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A Theoretical work  34 

A.1 Isoprene di-HPCARP-RO2-I 35 

A 1.1 Methodology 36 

The reactants, transition states and products in the studied mechanistic branches of the isoprene chemistry 37 

were characterized at the M06-2X and CCSD(T) levels of theory. A brute force search of the conformer 38 

space for each of these structures was performed at the M06-2X/cc-pVDZ level of theory,(Dunning, 39 

1989; Zhao and Truhlar, 2008; Alecu et al., 2010; Bao et al., 2017) starting from a systematic series of 40 

starting geometries generated by orienting the internal rotors along a set of dihedral angles reasonable for 41 

the type of rotor, and optimizing the geometry. While there is no guarantee that this approach yields all 42 

stable conformers, it should provide a near-complete description of the rotameric space. For the case at 43 

hand, ~24000 distinguishable structures were located from ~60000 starting geometries. The most relevant 44 

conformers (~850 structures across all reactions examined) were then fully re-optimized at the M06-45 

2X/aug-cc-pVTZ level of theory.(Dunning, 1989) The number of conformers re-optimized at this higher 46 

level of theory differs per structure (see Table S1), but enough were included to cover over ~80% of the 47 

thermal population at 300K. Intrinsic reaction coordinate (IRC) calculations were performed on the 48 

lowest transition states (TS) to verify the nature to the transition state; the end points of these trajectories 49 

were further optimized and the energies used for determining an Eckart energy barrier shape. Finally, 50 

single energy point calculations at the CCSD(T)/aug-cc-pVTZ level of theory (Purvis and Bartlett, 1982) 51 

were performed on the energetically lowest-lying geometries of each structure, to further refine the 52 

energy barrier estimates. 53 

The rate coefficients are calculated using multi-conformer canonical transition state theory (MC-CTST), 54 

where each structure is described as the ensemble of each of its conformers in a rigid rotor, harmonic 55 

oscillator approximation (Vereecken and Peeters, 2003).  56 

  𝑘(𝑇) =
𝑘𝑇

ℎ

𝜅∙𝑄≠(𝑇)

𝑄𝑟𝑒𝑎𝑐𝑡𝑎𝑛𝑡(𝑇)
𝑒𝑥𝑝 (

−𝐸𝑏

𝑘𝑇
)     (eq. S1) 57 

The barrier height Eb is the ZPE-corrected energy difference between the lowest conformers of transition 58 

state and reactant. The partition functions for each critical point is obtained from a Boltzmann-weighted 59 

sum of the partition functions Qi(T) of the nconf conformers constituting that critical point, with Ei = 0 for 60 

the lowest-energy conformer: 61 

  𝑄(𝑇) = ∑ 𝑄𝑖
𝑛𝑐𝑜𝑛𝑓
𝑖=1

(𝑇) ∙ 𝑒𝑥𝑝 (
−𝐸𝑖

𝑘𝑇
)    (eq. S2) 62 

This relies on a (near-)Boltzmann equilibrium population across all conformers, e.g. by internal rotation 63 

being significantly faster than chemical transformation reactions, a condition easily fulfilled for the 64 

reaction examined, given the much higher energy barriers for chemical reaction. To improve the 65 

prediction of k(T) and its temperature dependence, the partition functions Q(T)
all

 are estimated for the 66 

M06-2X/aug-cc-pVTZ level of theory by combining the high level M06-2X/aug-cc-pVTZ result, 67 

available for the dominant conformers, with the low-level M06-2X/cc-pVDZ rovibrational characteristics, 68 

available for all conformers, as follows: 69 
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  𝑄(𝑇)ℎ𝑖𝑔ℎ
𝑎𝑙𝑙 = 𝑄(𝑇)ℎ𝑖𝑔ℎ

𝑠𝑒𝑙𝑒𝑐𝑡𝑒𝑑 ×
𝑄(𝑇)𝑙𝑜𝑤

𝑎𝑙𝑙

𝑄(𝑇)𝑙𝑜𝑤
𝑠𝑒𝑙𝑒𝑐𝑡𝑒𝑑    (eq. S3) 70 

i.e. the full partition function at the M06-2X/aug-cc-pVTZ level of theory is estimated by scaling the 71 

partition function for the dominant conformers to the total population, using the M06-2X/cc-pVDZ 72 

information of the minor conformers scaled to higher-level M06-2X/aug-cc-pVTZ. This procedure 73 

mitigates most of the impact of omitting the higher-energy conformers at the more costly levels of theory, 74 

and provides an approach that can be systematically improved to the limit of full characterization at the 75 

higher level of theory. Alternative additive schemes for merging of the high- and low levels of theory, e.g. 76 

the following: 77 

  𝑄(𝑇)𝑎𝑙𝑙 = 𝑄(𝑇)ℎ𝑖𝑔ℎ
𝑠𝑒𝑙𝑒𝑐𝑡𝑒𝑑 + 𝑄(𝑇)𝑙𝑜𝑤

𝑎𝑙𝑙 − 𝑄(𝑇)𝑙𝑜𝑤
𝑠𝑒𝑙𝑒𝑐𝑡𝑒𝑑  (eq. S4) 78 

were not retained, as such additive schemes do not scale the low-level conformer partition functions to the 79 

high-level properties, and thus converge somewhat slower to the limit where  all conformers are treated at 80 

the high level of theory. Tunneling, , is accounted for by asymmetric Eckart tunneling, where the 81 

conformer-specific reactant and product energies, and imaginary wavenumber, of the lowest-lying TS 82 

conformer are used in the calculation. As the modeling study shows that the chemistry is not overly 83 

sensitive to the exact rate coefficient, we saved some computational cost at this time by not implementing 84 

conformer-specific tunneling i in Q

(T) (e.g. Ocana et al., 2019(Ocaña et al., 2019)) but applying the 85 

same tunneling correction  to all conformers. Conformer-specific tunneling will be implemented later 86 

when merging the current data into a structure-activity relationship (SAR). 87 

As shown below, the rates of fast H-scrambling exceed the rates of product formation by 3 to 4 orders of 88 

magnitude, instating a fast equilibrium between di-HPCARP-RO2-Ia, -Ib, and -Ic. In the absence of 89 

other loss processes that approach the rate of H-scrambling (as would be the case in e.g. high 90 

concentrations of NO, HO2 or RO2 radicals), one can then calculate a bulk rate coefficient for aldehyde H-91 

migration, forming the tri-hydroperoxy-acyl radical. Within the MC-TST paradigm, this involves 92 

calculating the partition functions in eq. S1 across all di-HPCARP-RO2-I and all aldehyde-H-shift TS 93 

conformers, as follows: 94 

𝑄𝑟𝑒𝑎𝑐𝑡𝑎𝑛𝑡(𝑇) = ∑ ∑ 𝑄di-HPCARP-RO2-I𝑗,𝑖

𝑛𝑐𝑜𝑛𝑓𝑗
𝑖=1

(𝑇) ∙ 𝑒𝑥𝑝 (
−𝐸di-HPCARP-RO2-I𝑗,𝑖

𝑘𝑇
)𝑗=𝑎,𝑏,𝑐  (eq. S5) 95 

𝑄≠(𝑇) = ∑ ∑ 𝑄
𝑗-aldehyde-H-shift,𝑖
≠𝑛𝑐𝑜𝑛𝑓𝑗

𝑖=1
(𝑇) ∙ 𝑒𝑥𝑝 (

−𝐸TS𝑗,𝑖

𝑘𝑇
)𝑗=1,4;1,5;1,6   (eq. S6) 96 

where EdiHPCARP_Ij,i is the energy of the i-th conformer of di-HPCARP-RO2-Ij (j=a,b,c) relative to the 97 

lowest di-HPCARP-RO2-I conformer, and ETSj,i the energy of the i-th conformer of the 1,4-, 1,5-, and 98 

1,6-aldehyde-H-shift relative to the lowest aldehyde-H-shift TS conformer, while Qdi-HPCARP-RO2-I j,i(T) and 99 

Q


j-aldehyde-H-shift,i are the conformer-specific partition functions; nconf j signifies the number of conformers 100 

for structure j. The overall barrier Eb in  eq. S1 is then the (ZPE-corrected) energy difference between the 101 

lowest diHPCARP-RO2-I conformer and the lowest aldehyde-H-shift TS conformer (in this case, the 102 

lowest-energy diHPCARP-RO2-Ic and 1,6-aldehyde-H-shift conformers). The rate coefficients 103 

calculated thus are included in Table 3. Note that H-scrambling does not alter the stereo-specificity, i.e. 104 

eq. S5 and S6 must be calculated for each stereo-specific pool of reactants/TS. In the current case, the 105 
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difference in reaction rate between the two isomeric pools is not overly large, and a generalized 106 

expression can be obtained by  averaging the two stereo-specific rate coefficients (see Table S1). 107 

 108 

A 1.2 Reaction mechanism for di-HPCARP peroxy radicals 109 

Table S1 shows a summary of the quantum chemical analysis of the di-HPCARP-RO2-I system. These 110 

molecules have 2 chiral carbon atoms, where (2R,3R) and (2S,3S) enantiomers have identical 111 

rovibrational data, with a second distinct set of data for the (2R,3S) and (2S,3R) enantiomers. For some 112 

reactions the energetic differences are slight, but barrier height differences of several kcal mol
-1

 exist for 113 

H-migration reactions spanning across both chiral atoms, owing to the impact on ring strain and 114 

substituent interaction in the cyclic TS. 115 

Formation of acyl radicals by migration of the aldehyde H-atom is an accessible channel for all di-116 

HPCARP-RO2-I isomers; the barrier height depends strongly on the TS cycle size, and changes from 117 

over 20 kcal mol
-1

 for a 1,4-aldehyde-H-migration, to as low as 16.3 kcal mol
-1

 for a 1,6-aldehyde-H-118 

migration. The energetically most favorable H-migrations, however, are those involving migration of H-119 

atoms of the hydroperoxide groups to the peroxy radical site, which allows rapid scrambling of the H-120 

atoms, thus allowing access to reaction channels inaccessible from di-HPCARP-RO2-Ia formed initially 121 

from Z-δ-RO2-I (see main paper). The reactions of the di-HPCARP-RO2-II isomers can be expected to 122 

be similar, i.e. fast hydroperoxide H-scrambling with energy barriers several kcal mol
-1

 below the 123 

aldehyde-H-migration pathways. Our results are analogous to those of Møller et al. (2019) (see also 124 

below). 125 

HO2 elimination is found to have too high barriers to compete (see Table S1 and 2), and is not studied in 126 

great detail. HO2 elimination with a –CH3 H-atom is omitted as this is expected to be even less favorable 127 

than those with aldehyde- or -OOH H-atoms owing to the stronger C–H bond. 1,4- and 1,5-migration of 128 

the H-atoms from an -OOH-substituted carbon in di-HPCARP-RO2-I is found to be less favorable than 129 

shifting the aldehyde-H-atom; while the energy barrier for the -OOH 1,5-H-shift is only slightly higher 130 

than for the 1,4-aldehyde-H-migration, the additional entropic disadvantage of losing an additional degree 131 

of internal rotation in the TS lowers the rate coefficient significantly (see Table S1). While HO2 132 

elimination and -OOH H-migrations were only examined for di-HPCARP-RO2-Ia, the H-scrambled 133 

forms -Ib and -Ic are not expected to present more favorable channels for these reaction classes, as no 134 

pathways exist with more weakly bonded H-atoms, nor allowing for a TS with a lower ring strain. 135 

Likewise, it is improbable that di-HPCARP-RO2-II isomers, which differ only by the position of 136 

the -CH3 group, show channels that are competitive against the aldehyde- and hydroperoxide-H-137 

migrations discussed above. 138 

 139 

 140 

 141 

 142 
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Table S1: Relative energies (kcal mol-1) of the reactants and transition states for the stereo-specific chemistry of di-143 
HPCARP-RO2-I (2-Me-3,4-diOOH-butanal-2-peroxyl), at the CCSD(T)/aug-cc-pVTZ//M06-2X/aug-cc-pVTZ level of 144 
theory. Also indicated are the number of distinguishable conformers characterized at the different levels of theory, and 145 
the fraction of the population covered by the data at the highest level of theory. 146 

Reaction Erel # Conformers 
a
 Pop. fraction

 b
 

(2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A) 0.0 64 / 1470 0.91 

 1,4-aldehyde-H-migration 21.4 24 / 251 0.88 

 1,4--OOH-H-migration 28.6 6 / 125 0.98 

 1,5--OOH-H-migration 22.6 22 / 212 0.96 

 1,6-OOH-H-migration to B 19.3 6 / 100 0.88 

 1,7-OOH-H-migration to C 12.3 14 / 35 0.99 

 Aldehyde-HO2-elimination 29.4
c
 

d
  

 -OOH-HO2-elimination 31.9
c
 

d 
 

(2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B)  0.6 47 / 1290 0.83 

 1,5-aldehyde-H-migration 18.5 18 / 146 0.95 

 1,6-OOH-H-migration to C 18.9 33 / 95 0.99 

(2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C) -1.2 39 / 1234 0.96 

 1,6-aldehyde-H-migration 17.6 27 / 157 0.97 

(2R,3R)-2-Me-2,3,4-diOOH-1-oxo-1-butyl (D) 3.4 82 / 2719 0.79 

 CO elimination 11.1 104  / 2335 0.83 

(2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A') 0.0 26 / 1362 0.87 

 1,4-aldehyde-H-migration 20.6 25 / 253 0.96 

 1,4--OOH-H-migration 27.2 4 / 128 0.99 

 1,5--OOH-H-migration 23.0 27 / 215 0.98 

 1,6-OOH-H-migration to B' 16.4 9 / 74 0.99 

 1,7-OOH-H-migration to C' 14.2 14 / 60 0.99 

 Aldehyde-HO2-elimination 29.3
c
 

d
  

 -OOH-HO2-elimination 31.3
c
 

d 
 

(2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B') -1.5 40 / 1280 0.91 

 1,5-aldehyde-H-migration 19.4 24 / 157 0.93 

 1,6-OOH-H-migration to C' 18.9 17 / 99 0.96 

(2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C') -1.3 46 / 1172 0.94 

 1,6-aldehyde-H-migration 16.3 25 / 146 0.98 

(2R,3S)-2-Me-2,3,4-diOOH-1-oxo-1-butyl (D') 3.1 65 / 2904 0.83 

 CO elimination 10.8 68 / 2495 0.78 

2,2,2-triMe-acetyl 0.00   

 CO elimination 9.66   

 O2 addition 0.47   

  2,2,2-triMe-acetylperoxy -32.80   

2,2-diMe-2-OOH-acetyl 0.00   

 CO elimination 7.83   

 O2 addition 0.63   

  2,2-diMe-2-OOH-acetylperoxy -31.31   
a
 Number of distinguishable conformers found, with the last number indicating all conformers characterized at the 147 

M06-2X/cc-pVDZ level of theory, and the number before the dividus the number of conformers re-optimized at the 148 
M06-2X/aug-cc-pVTZ level of theory.   

b
 Fraction of the population at 300K that is based on M06-2X/aug-cc-pVTZ 149 

rovibrational data. The remainder of the population is described by scaling the partition function at the M06-2X/cc-150 
pVDZ level towards the aug-cc-pVTZ data (see methodology section). 

c
 Energy barrier at the M06-2X/aug-cc-pVTZ 151 

level of theory. 
d
 The conformational space is not examined in as much detail as the other structures; statistics are 152 

omitted.  153 
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 154 

Figure S1: Temperature-dependent rate coefficients for the aldehyde H-shift in di-HPCARP-RO2-I. 155 

 156 

A 1.3 Comparison to literature theoretical data 157 

There are two recent theoretical kinetic studies available examining the di-HPCARP-RO2-I chemical 158 

system. A detailed comparison of the methodological differences is technical, and outside the scope of the 159 

current paper. To assess the uncertainties of the predictions, however, it is useful to give a short 160 

comparison of the results. We limit ourselves here to a discussion of the (R,R)-conformers, though the 161 

comparison can be generalized. 162 

The first study by Wang et al. (2018) identified 9 conformers for di-HPCARP-RO2-Ia, and 9 conformers 163 

for the transition state for 1,4-aldehyde-H-migration, from an examination of a subset of the 164 

conformational space with a selection of conformers based on semi-empirical methods. Despite the 165 

limited set of conformers, the rate coefficient at 298K, 0.86 s
-1

, is only a factor 1.3 below our predicted 166 

rate of 1.15 s
-1

 based on all conformers. It is unclear whether this accuracy is due to fortuitous 167 

cancellation of error, or from judicious selection of the two (out of 8) degrees of freedom for internal 168 

rotation considered; note that the authors state that all 9 di-HPCARP-RO2-Ia conformers can undergo the 169 

1,4-aldehyde-H-migration directly, which indicates they include some less stable conformers, as our set of 170 

9 energetically lowest conformers includes structures where the aldehyde H-atom and the radical oxygen 171 
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are not pointing towards each other. We optimized some of the provided conformers at the M06-2X/cc-172 

pVDZ level of theory, finding them to be up to 8.7 kcal mol
-1

 above our most stable conformer, indicating 173 

that at least some of the 9 conformers have a negligible contribution to the thermal population. For the 174 

1,5--OOH-H-migration, this study finds a rate coefficient 9.210
-1

 s
-1

, over an order of magnitude higher 175 

than our value of 510
-3

 s
-1

, mostly due to their reported barrier height being several kcal mol
-1

 below our 176 

value; these results are again likely distorted due to the strongly reduced conformer space missing low-177 

energy conformers. Wang et al. (2018) do not examine any of the other aldehyde H-migration pathways 178 

to allow further comparison. The barrier for CO elimination after aldehyde H-migration, 8.5 kcal mol
-1

, 179 

somewhat higher than our value which, combined with the limited set of conformers considered, results in 180 

a slower dissociation rate of 6.610
6
 s

-1
 compared to our value of 210

8
 s

-1
. For such low values of CO 181 

elimination barrier heights, O2 addition forming acylperoxy radicals would become competitive. 182 

The methodology used by Møller et al. (2019) is more directly comparable to our methodology, and 183 

includes an extensive search of the conformer space, while the ROCCSD(T)-F12a/cc-pVDZ-184 

F12//B97X-D/aug-cc-pVTZ level of theory used for the rovibrational and energetic parameters in the 185 

multi-conformer kinetics is of a comparable class of methods as the methodology used in our work. In 186 

most cases, we find strongly comparable barrier heights, with differences of a few tenths of a kcal mol
-1

 187 

only, as expected from the levels of theory applied. Despite these resemblances, the predicted rate 188 

coefficients still differ by over an order of magnitude at room temperature. We surmise that these 189 

differences are caused by the low-level methodology used to discover and screen the conformers as 190 

outlined in Møller et al. (2016), which returns only a subset of the conformers. For example, Møller et al. 191 

(2019) report finding over 600 conformers for R,R-di-HPCARP-RO2-Ia, whereas we have characterized 192 

almost 1500 conformers for this compound, over twice as many. Their semi-empirical screening might 193 

hope to find predominantly the most important, lowest-energy conformers, where the ~800 missed 194 

conformers would then be almost exclusively unstable, high-energy conformers with negligible 195 

contribution to the population. However, Møller et al. (2019) found 11 conformers below a 2 kcal mol
-1

 196 

cutoff, whereas we found 27 conformers below 2 kcal mol
-1

 (M06-2X/aug-cc-pVTZ level of theory), 197 

indicating that low-energy conformers are missed in about equal proportion as for the total conformer 198 

pool. The 11 lowest conformers in our subset of 27 contribute less than 50 % of the thermal population at 199 

300K, thus not describing the population all that well; it is unclear if the 11 conformers of Møller et al. 200 

(2019) actually correspond to our lowest 11. Furthermore, while the use of an energetic cut-off (typically 201 

2 kcal mol
-1

 for work based on Møller et al. (2016)) is likely a reasonable choice for aliphatic compounds, 202 

it is less appropriate for work with oxygenated compounds. In particular, H-bonded conformers are 203 

energetically more favorable, but tend to be more rigid, while higher-energy conformers with less or no 204 

hydrogen bonds are more loose, i.e. more entropically favorable. Thus, as can be seen in the population 205 

analysis (shown in the supporting information), conformers with energies above 2 kcal mol
-1

 are still 206 

contributing strongly to the population. In our analysis, enough conformers are included in our high-level 207 

calculations to ascertain the bulk of the population, 80%, is covered, and all remaining conformers are 208 

still included in the kinetic analysis using the data at the lower level of theory. Another drawback of using 209 

an energetic cut-off in the population analysis is that, with hundreds to thousands of conformers, the high 210 

number of conformers can overcome a Boltzmann weight disadvantage of one or two orders of magnitude 211 

and still provide a non-negligible contribution to the population compared to the dozen lowest-energy 212 

conformers. The impact of this can't be assessed properly without a more complete population analysis; 213 

for the case at hand, we find that at 300K over 30% of the R,R-di-HPCARP-RO2-Ia population is 214 
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contributed by conformers over the 2 kcal mol
-1

 energy cut-off (over 50% when referenced to the 11 215 

lowest conformers). Having most of the conformer population represented in the kinetic analysis is 216 

especially important when the temperature-dependence is examined, e.g. the contribution of the 11 lowest 217 

conformers decreases to less than 35% of the population at 400K (though obviously Møller et al. (2019) 218 

would have used a higher energy cut-off value at this temperature). As described by Møller et al. (2019), 219 

using semi-empirical methods for screening of conformers is significantly more problematic for transition 220 

states than for reactants, spreading the conformer energy range (typically 10 to 20 kcal mol
-1

 for the 221 

multi-oxygenated compounds studied here) to over more than 1000 kcal mol
-1

. It seems unlikely that the 222 

recovered fraction of the conformers, or fraction of the population, is always sufficiently similar for 223 

minima and TS to provide reliable cancellation of error, incurring a larger uncertainty on the rate 224 

coefficient predictions and their temperature dependence. In the following section, we shortly discuss 225 

technical aspects for further improvements in MC-TST methodologies building on the benefits of both 226 

our and Møller et al. approach. 227 

A.2 Outlook for multi-conformer methodologies 228 

Based on the comparison between our theoretical results and that of other authors, we find that using 229 

semi-empirical methods for screening the conformers relies more on cancellation of error than has been 230 

assumed so far, at least for more complex molecules such as studied here. To our knowledge, this is the 231 

first exploratory comparison for a complex reaction system between the Møller et al. (2016) methodology 232 

based on semi-empirical screening with a kinetic analysis of a subset of the conformers on the one hand, 233 

and the all-conformer MC-TST (Vereecken and Peeters, 2003) based on DFT screening as typically 234 

performed by our research group. Hence, it is too early to properly assess the relative performance of the 235 

two MC-TST approaches. An ineffective screening method can lead to larger a priori uncertainties of the 236 

kinetic predictions, probably exceeding an order of magnitude when using semi-empirical methods, 237 

though the statistical nature of the sampling prevents systematic under- or over-prediction across many 238 

reactions. It is important to stress that the search of the conformer space remains a heuristic process in 239 

practice, and all practical screening methods are likely to miss some conformer in complex cases, as well 240 

as return structures that are non-existing at higher levels of theory. Furthermore, due to the large number 241 

of structures involved, it becomes more likely that e.g. erroneous structures are not removed from the 242 

populations, or that other flaws are missed by the scientist, despite extensive use of software in 243 

generating, handling, and testing all structures. Our more rigorous screening is thus also likely both a 244 

subset and superset of the true conformer pool. The larger number of conformers found, and the inclusion 245 

of all conformers in the kinetic analysis, dampens the impact to a larger extend than in the methodology 246 

of Møller et al. (2016), but this increased robustness comes at a considerable additional computational 247 

cost. Note that applying higher levels of theory afterwards on the subset of conformers obtained can't 248 

rectify shortcomings in the conformer screening.  249 

For the reactions classes studied here, i.e. H-migration in RO2 intermediates leading to poly-250 

functionalized species and HOMs, there is significant interest in the chemistry of larger terpenoids. The 251 

increased computational cost of characterizing these molecules could become overwhelming, so 252 

developing efficient and accurate screening methods are critical. Despite the challenges encountered 253 

when using semi-empirical methods, the computationally more affordable methodology implemented by 254 

Møller et al. (2016) has then many uses; in particular, it remains a cost-effective method for identifying 255 

which reactions might be important or can be neglected (e.g. the -OOH H-shift reactions or HO2 256 
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eliminations given in Table S1), providing an order-of-magnitude estimate of the rate coefficient, and of 257 

its temperature dependence over small temperature ranges. Future work should try to identify screening 258 

methods that are computationally less costly than used in our work, yet are more reliable than semi-259 

empirical methods in returning most conformers, or returning all low-energy conformers. A detailed 260 

numerical comparison between this work and the data in Møller et al. (2019) is outside the scope of this 261 

paper, but would be an excellent starting point in the search for reliable yet affordable screening methods. 262 

This method development would need to include quantum chemical methods such as semi-empirical, 263 

molecular mechanics, DFT, and wavefunction-based methodologies, include sampling methods such as 264 

explicit iteration over all variables, nearest-neighbor search, random walks, or Monte-Carlo sampling, and 265 

include ensemble methods, asymptotic convergence, and other quality metrics to assess the completeness 266 

of the sampling. Superimposed on this sampling problem, the traditional improvements on the prediction 267 

of energetic and rovibrational characteristics of the molecules and on the theoretical kinetic analysis, 268 

remain an important factor facing its own challenges when dealing with exceedingly large sets of 269 

conformers. 270 

A.3 Chemistry of enol-peroxy radicals 271 

Earlier studies have shown that unsaturated peroxy radicals can have fast ring closure reactions 272 

(Vereecken and Peeters, 2004), and this reaction class has been invoked in atmospheric models such as 273 

the OH-initiated -pinene oxidation to explain experimentally observed nopinone and acetone yields 274 

(Kaminski et al., 2017). Similarly, H-migrations accelerated by double bonds have been proposed 275 

(Peeters et al., 2014). In contrast, the enol peroxy radicals, formed in the isoprene mechanism from Z,E'-276 

HOO-hydroxy-allyl radicals by O2 addition (see figure S2), are thought by Müller et al. (2019) to  have no 277 

viable reaction channels competing with redissociation to an alkyl radical + O2, implying that H-278 

migration and ring closure reactions are negligibly slow. In this section, we perform some exploratory 279 

calculations on template enol-peroxy radicals to examine at the impact of unsaturated bonds and of –OH 280 

substitution on these two reaction classes. 281 

Figure S2 shows the barrier heights and rate coefficients obtained for 6-membered ring closure reactions 282 

in enols. In our earlier work we only examined isoprene-derived unsaturated peroxy radicals where the –283 

OH substituent was not attached to the double-bonded carbons, finding ring closure rates of the order of 284 

0.3 s
-1

 at 303 K (Vereecken and Peeters, 2004). In this work, we find that the formation of -OH cyclic 285 

peroxides significantly lowers the barriers compared to aliphatic peroxide radicals with only a spectator –286 

OH substituent, thus increasing the reaction rates significantly (to ~10 s
-1

). We also observe strong stereo-287 

specificity in the calculated rates, with the Z-enols reaction being slower than E-enols. The underlying 288 

reason is the H-bond in the Z-enol reactant, which needs to break when performing the ring closure, and 289 

thus leading to a higher effective reaction barrier. Still, the rate coefficient difference between Z- and E-290 

enols is not as large as would be expected from the difference in barrier height, as the dominant H-bonded 291 

Z-enol conformer is also much more rigid then the E-enols, leading to a lower state density for the Z-enol 292 

reactant and hence a more favorable entropic factor in the rate coefficient calculations. Figure S2 also 293 

shows the impact of a methyl group on the double bond, where we find that formation of a tertiary 294 

product radical further lowers the ring closure barrier height by 2 kcal mol
-1

, again enhancing the reaction 295 

rate. This result is expected, confirming a traditional Evans-Polanyi correlation. Combined, we find that 296 

ring closure is accelerated by several orders of magnitude compared to the ring closure rates found in our 297 

earlier work, with ring closure rate coefficients as high as 10
3
 s

-1
.  298 
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Similar enhancement was found for H-migration reactions (see figure S2), where formation of an 299 

hydroxy-allyl-resonance stabilized radical product leads to H-migration reactions several orders of 300 

magnitude faster (k ~ 610
-2

 s
-1

) than traditional, aliphatic methyl-H-abstractions which have rather slow 301 

reaction rates (k ~ 10
-4

 s
-1

) as predicted by theory and observed by experiment (Nozière and Vereecken; 302 

Sharma et al., 2010; Miyoshi, 2011; Otkjær et al., 2018). In this particular case, the H-migration rate 303 

coefficients are too low to compete against the ring closure reaction. However, the enhancement of the H-304 

migration rates could be important for formation of oxygenates and highly oxygenated molecules 305 

(HOMs) from other compounds, where experimental evidence on HOM formation shows very high 306 

oxygen to carbon ratios, which can only be explained if all carbons in the reactant molecule are activated 307 

for oxidation. Allyl-resonance stabilization of the product radical, possibly aided by stabilizing 308 

substituents on the second radical site, could thus prove an important mechanism to enable oxygenation of 309 

otherwise mostly unreactive methyl groups in terpenoids and other atmospherically relevant compounds. 310 

At this time, it is unclear whether the current results are directly applicable to the isoprene-derived 311 

intermediates discussed elsewhere in this work. The enol-peroxy radicals of interest there have additional 312 

oxygenated substituents, which may either enhance or reduce the reaction rate, or affect alternative loss 313 

processes such as loss of O2. Future work will examine reactions of a wider range of enol-peroxy radicals 314 

to investigate these effects.  315 

 316 

Figure S2: Barrier heights, room-temperature rate coefficients and temperature-dependent rate coefficients for ring 317 
closure and H-migration reactions in enol-peroxy radicals. 318 
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B. Kinetic models 319 

B.1 M0 model 320 

The M0 model is the same as the MCM 3.3.1 model but with H-shift isomerization reactions removed. To 321 
keep the number of changes as limited as possible, the removal of the isomerization reaction was 322 
implemented by removing the OH-isoprene adducts CISOPA, CISOPC, TISOPA, TISOPC  that were 323 
introduced in the 2015 update to the MCM chemistry (Jenkin et al., 2015), and their equilibrium 324 
reactions. The reactions with formation of either CISOPCO2 or CISOPAO2 were likewise removed, as 325 
was the 1,5-H shift reaction as a loss path for ISOPBO2, ISOPDO2 and C524O2. To account for the 326 
resulting removal of two of the RO2 isomers formed after reaction of isoprene with OH radicals, the 327 
yields for the remaining RO2 radicals were scaled, accommodating the attack of the OH radicals on the 328 
isoprene carbons C2 and C3 introduced in MCM 3.3.1 (Jenkin et al., 2015). Table S2 lists all reactions 329 
affected. 330 

Table S2 Reactions removed (in red), or modified (black) within the M0 model, compared to th MCM v3.3.1. The names 331 
of the compounds are as in the MCM v3.3.1.  332 

Model  Reaction Partial rate coefficient (cm3 s-1)  

M0 OH  +  C5H8  -/->  CISOPA  

OH  +  C5H8  -/->  CISOPC  

 OH  +  C5H8  -/->  TISOPA  

 OH  +  C5H8  -/->  TISOPC  

 ISOPAO2  -/->  TISOPA  

 ISOPBO2  -/->  CISOPA  

 ISOPBO2  -/->  TISOPA  

 ISOPCO2  -/->  TISOPC  

 ISOPDO2  -/->  CISOPC  

 ISOPDO2  -/->  TISOPC  

 OH  +  C5H8  -->  ISOPAO2 2.7×10-11×exp(390/T)×0.14 

 OH  +  C5H8  -->  ISOPBO2  2.7 x 10-11×exp(390/T)×0.41 

 OH  +  C5H8  -->  ISOPCO2  2.7 x 10-11×exp(390/T)×0.09 

 OH  +  C5H8  -->  ISOPDO2 2.7 x 10-11×exp(390/T)×0.28 

 ISOPBO2  -/->  MVK  +  HCHO  +  OH  

 ISOPDO2  -/->  MACR  +  HCHO  +  OH 

C524O2  -/->  HMACR  +  HCHO  +  OH 

 

 333 

B.2 M1 model 334 

The M1 model is based on the MCM 331 model but contains: 335 

1- The equilibrium reactions between OH-isoprene adducts and isoprene-RO2 conformers as 336 

implemented in the Caltech mechanism (Wennberg et al., 2018). 337 

2- A faster 1,6-H shift for the Z-δ-RO2 combined with a higher yield of formation for di-HPCARP-338 

RO2 (0.6), as suggested by experimental and theoretical results (Peeters et al., 2014; Teng et al., 339 

2017) and as described in the Caltech mechanism (Wennberg et al., 2018). 340 

3- The rate coefficients for the aldehyde-H shift of di-HPCARP-RO2 and product distribution as 341 

calculated from theory within this study.  342 

Table S3 lists all reactions affected. 343 
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Table S3 Reactions modified within the M1 model, compared to th MCM v3.3.1. The names of the compounds are as in 344 
the MCM v3.3.1.  345 

Model Reaction Partial rate coefficients (cm3 s-1 or s-1) 

M1 TISOPA-->ISOPAO2  0.4×10-12 

 TISOPA--> ISOPBO2 0.8×10-12 

 CISOPA-->ISOPBO2 0.8×10-12 

 CISOPA-->CISOPAO2 0.1×10-12 

 CISOPC-->CISOPCO2 0.2×10-12 

 CISOPC-->ISOPDO2 0.7×10-12 

 TISOPC-->ISOPDO2 0.7×10-12 

 TISOPC-->ISOPCO2 0.5×10-12 

 ISOPAO2-->TISOPA 1.8×10
14
×exp(-8930/T) 

 ISOPBO2-->TISOPA 2.2×10
15
×exp(-10355/T) 

 ISOPBO2-->CISOPA 2.2×10
15
×exp(-10865/T) 

 CISOPAO2-->CISOPA 1.8×10
14
×exp(-8830/T) 

 CISOPCO2-->CISOPC 1.7×10
14
×exp(-9054/T) 

 ISOPDO2-->CISOPC 2.5×10
15
×exp(-10890/T) 

 ISOPDO2-->TISOPC 2.5×10
15
×exp(-11112/T) 

 ISOPCO2-->TISOPC 2.1×10
14
×exp(-9400/T) 

 CISOPAO2-->C5HPALD1+HO2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.4  

CISOPAO2-->C536O2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.6 

 CISOPCO2-->C5HPALD2+HO2 2.2×109×exp(-7160/T)×exp(1×108/T3)×0.4 

 CISOPCO2-->C537O2 2.2×10
9
×exp(-7160/T)×exp(1×10

8
/T

3
)×0.6 

 C536O2-->DHPMEK+CO+OH 6.5×10-53×T20.52×exp(1669/T) 

 C537O2-->DHPMPAL+CO+OH 6.5×10-53×T20.52×exp(1669/T) 
 

  

 346 

B.3 M2 model 347 

The M2 model is based on the MCM 331 model but contains: 348 

1- A faster 1,6-H shift for the Z-δ-RO2 combined with a higher yield of formation for di-HPCARP-349 

RO2 (0.6), as suggested by experimental and theoretical results (Peeters et al., 2014; Teng et al., 350 

2017) and as described in the Caltech mechanism (Wennberg et al., 2018). 351 

2- The rate coefficients for the aldehyde-H shift of di-HPCARP-RO2 and product distribution as 352 

calculated from theory within this study.  353 

Table S4 lists all reactions affected. 354 

Table S4 Reactions modified within the M2 model, compared to th MCM v3.3.1. The names of the compounds are as in 355 
the MCM v3.3.1. 356 

Model Reaction Partial rate coefficients (s-1)  

M2 CISOPAO2-->C5HPALD1+HO2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.4  

CISOPAO2-->C536O2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.6 

 CISOPCO2-->C5HPALD2+HO2 2.2×109×exp(-7160/T)×exp(1×108/T3)×0.4 

 CISOPCO2-->C537O2 2.2×10
9
×exp(-7160/T)×exp(1×10

8
/T

3
)×0.6 

 C536O2-->DHPMEK+CO+OH 6.5×10-53×T20.52×exp(1669/T) 

 C537O2-->DHPMPAL+CO+OH 6.5×10-53×T20.52×exp(1669/T) 
 

  

 357 

 358 
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B.4 M3 model 359 

The M3 model is based on the MCM 331 model but contains: 360 

1- A faster 1,6-H shift for the Z-δ-RO2 as suggested by experimental and theoretical results (Peeters 361 

et al., 2014; Teng et al., 2017) and as described in the Caltech mechanism (Wennberg et al., 362 

2018). 363 

2- A larger yield for HPALD as described in the study by Berndt et al. (2019) 364 

3- The rate coefficients for the aldehyde-H shift of di-HPCARP-RO2 and product distribution as 365 

calculated from theory within this study.  366 

Table S5 lists all reactions affected. 367 

Table S5 Reactions modified within the M3 model, compared to th MCM v3.3.1. The names of the compounds are as in 368 
the MCM v3.3.1. 369 

Model Reaction Partial rate coefficients (s-1)  

M3 CISOPAO2-->C5HPALD1+HO2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.75 

CISOPAO2-->C536O2 5.0×10
15
×exp(-12200/T)×exp(1×10

8
/T

3
)×0.25 

 CISOPCO2-->C5HPALD2+HO2 2.2×109×exp(-7160/T)×exp(1×108/T3)×0.75 

 CISOPCO2-->C537O2 2.2×10
9
×exp(-7160/T)×exp(1×10

8
/T

3
)×0.25 

 C536O2-->DHPMEK+CO+OH 6.5×10-53×T20.52×exp(1669/T) 

 C537O2-->DHPMPAL+CO+OH 6.5×10-53×T20.52×exp(1669/T) 
 

  

 370 

 371 

 372 

C. Modelled OH regeneration efficiency (RE) 373 

The aldehyde-H shift includes the isomerization reaction of the di-HPCARP-RO2 (C536O2 and C537O2) 374 
formed after the isomerization of the Z-δ-RO2, combined with the OH radical which is directly recycled 375 
from the products of the aldehyde-H shift (dihydroperoxy carbonyl compounds, DHPMEK and 376 
DHPMPAL). In addition, the isomerization of the RO2 which originates from OH reaction with MACR 377 
(MACRO2) is included (Table S6).  378 

Table S6.  Reaction paths forming OH radicals included in the modelled OH regeneration efficiency, with their label as 379 
used in figure 7. The names of the compounds are as in the MCM v3.3.1. 380 

Reaction label Reaction paths included 

HONO + hv HONO + hv 

O3 + hv O3 + hv 

HO2+ O3 HO2+ O3 

HO2 + NO HO2 + NO 

1,5-H shift ISOPBO2 and ISOPDO2 

HPALD + hv C5HPALD1+ C5HPALD2+ C5PACALD1+ C5PACALD2 + hv 

Aldehyde-H shift C536O2, C537O2, DHPMEK, DHPMPAL, MACRO2  

 381 

 382 
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D. Global model 383 

The ECHAM/MESSy Atmospheric Chemistry (EMAC) (Jöckel et al., 2010) model was used to 384 
investigate the global impact of changes in the isomerization of the isoprene chemistry. In this study, two 385 
simulations were performed using the Mainz Organic Mechanism (MOM) (Sander et al., 2019). The first 386 
simulation served as a reference and the second one included changes as discussed in this study. In the 387 
reference simulation, no 1,6-H shift and aldehyde-H shift isomerization in the isoprene chemistry were 388 
included (comparable to the no-H shift model). The second simulation is comparable to the M2 model 389 
and includes isomerization reactions (1,5-, 1,6- and aldehyde –H shift) using a 0.4 yield for HPALD and 390 
0.6 yield for di-HPCARP-RO2 from the 1,6-H shift. In addition, traditional RO2 chemistry was included 391 
for HPALD and di-HPCARP as used in the MCM v3.3.1. For both simulations, the reaction rates adapted 392 
from LIM1 (Peeters et al., 2014) for the equilibrium reactions between OH-isoprene adducts and 393 
isoprene-RO2 conformers were used. Finally, a third simulation was run where the yield of HPALD was 394 
set to 0.75, comparable to model M3. The relevant reactions are listed in table S7, while the impact on the 395 
OH concentrations is illustrated in figure S3. 396 

 397 

 398 

Figure S3. Relative increase of the global ground-level concentration of OH radicals. The implementation of a fast rate 399 
coefficient for the 1,6-H shift together with the inclusion of the aldehyde-H shift results in an increase of more than a 400 
factor of 3 for the OH radical concentrations in regions with large concentrations of isoprene and low NO, when 401 
compared to a model without isomerization reactions.  402 

 403 

 404 

 405 

 406 

 407 

 408 
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Table S7. Changes to the MOM mechanism used in this study to assess the global impact of isomerisation reaction in the 409 
isoprene chemistry. The names of the compounds are as in the original MOM mechanism, whereas newly added 410 
compounds are labeled as in the MCM v3.3.1. 411 

Reaction (Partial) Rate coefficients (cm3 s-1 or s-1) 

LISOPACO2-->C536O2 5.47 x 1015 x EXP(-12200/T) x EXP(1.D8/T3) x 0.6 

LISOPACO2-->ZCODC23DBCOOH+HO2 5.47 x 1015 x EXP(-12200/T) x EXP(1.D8/T3))x 0.4 

LDISOPACO2-->C537O2 5.47 x 1015 x EXP(-12200/T) x EXP(1.D8/T3) x 0.6 

LDISOPACO2-->ZCODC23DBCOOH+HO2 

C536O2+HO2-->C536OOH+O2 

C536O2+NO-->C536O+NO2 

C536O2+NO3-->C536O+NO2 

C536O2-->C536O 

C536O2-->DHPMEK+CO+OH 

C537O2+HO2-->C537OOH+O2 

C537O2+NO-->C537O+NO2 

C537O2+NO3-->C537O+NO2 

C537O2-->C537O 

C537O2-->DHPMPAL+CO+OH 

C536OOH+OH-->DHPMEK+CO+OH 

C536O-->MGLYOX+HOOCH2CHO+OH 

C537OOH+OH-->DHPMPAL+CO+OH 

C537O-->GLYOX+HYPERACET+OH 

DHPMEK+OH-->BIACETOOH+OH+H2O 

DHPMEK+OH-->C4CO2OOH+OH+H2O 

DHPMPAL+OH-->C3MDIALOOH+OH+H2O 

DHPMPAL+OH-->HYPERACET+CO+OH+ H2O 

C3MDIALOOH+OH-->C3MDIALO2+H2O 

C4CO2OOH+OH-->CO23C3CHO+OH+H2O 

C4CO2O+O2-->GLYOX+CH3CO3 

C4CO2O+O2-->MGLYOX+HO2+CO 

C3MDIALO+O2-->MGLYOX+CO+HO2 

C536OOH+hv-->C3MDIALOOH+HCHO+OH+OH 

C536OOH+hv-->DHPMEK+CO+OH+HO2 

C536OOH+hv-->MGLYOX+HOOCH2CHO+OH+OH 

C537OOH+hv-->C4CO2OOH+HCHO+OH+OH 

C537OOH+hv-->DHPMPAL+CO+OH+HO2 

C537OOH+hv-->GLYOX+HYPERACET+OH+OH 

DHPMEK+hv-->CH3CO3+HOOCH2CHO+OH 

DHPMEK+hv-->MGLYOX+HCHO+OH+OH 

DHPMPAL+hv-->C3MDIALOOH+OH 

DHPMPAL+hv-->HYPERACET+OH+CO+HO2 

DHPMPAL+hv-->MGLYOX+OH+HCHO+OH 

C3MDIALOOH+hv-->C3MDIALO+OH 

C3MDIALOOH+hv-->MGLYOX+OH+HO2+CO 

C4CO2OOH+hv-->C4CO2O+OH 

C4CO2OOH+hv-->CH3CO3+GLYOX+OH 

C4CO2OOH+hv-->HO2+CO+MGLYOX+OH 

5.47 x 1015 x EXP(-12200/T) x EXP(1.D8/T3) x 0.4 

2.91 x 10-13 x EXP(1300/T)*0.706 

2.54 x 10-12 x EXP(360./T) 

2.50 x 10-12 

9.20 x 10-14 x RO2 

6.52×10-53×T20.52×exp(1669/T) 

2.91 x 10-13 x EXP(1300/T)*0.706 

2.54 x 10-12 x EXP(360./T) 

2.50 x 10-12 

8.80 x 10-13 x RO2 

6.52×10-53×T20.52×exp(1669/T) 

6.60 x 10-11 

1.00 x 106 

5.64 x 10-11 

1.00 x 106 

2.92 x 10-11 x 0.56 

2.92 x 10-11 x 0.44 

3.77 x 10-11 x 0.32 

3.77 x 10-11 x 0.68 

1.35 x 10-10 

7.83 x 10-11 

1.00 x 106 x 0.5 

1.00 x 106 x 0.5 

1.00 x 106 

jx(ip_CH3OOH) 

jx(ip_IPRCHO2HCO) 

jx(ip_CH3OOH)*2 

jx(ip_CH3OOH) 

jx(ip_IPRCHO2HCO) 

jx(ip_CH3OOH)*2 

jx(ip_CH3OOH)+ jx(ip_CHOH)* 0.42 

jx(ip_CH3OOH) 

jx(ip_CH3OOH) 

jx(ip_C3H7CHO2HCO) 

jx(ip_CH3OOH) 

jx(ip_CH3OOH) 

jx(ip_IPRCHO2HCO)*2 

jx(ip_CH3OOH) 

jx(ip_CHOH)* 0.42 

jx(ip_IPRCHO2HCO) 

 412 

 413 

 414 

 415 

 416 
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D. Additional tables and figures 417 

Table S8. Rate coefficients for the addition of O2 to OH-isoprene adducts, and for re-dissociation of isoprene-RO2 (Fig. 1). 418 
The rate coefficients for the oxygen additions (kf) are in cm3 s-1 and are typically temperature independent. The rate 419 
coefficient for the re-dissociations (kr) are in s-1.  420 

 LIM1(Peeters et al., 2014) MCM v3.3.1.(Jenkin et al., 2015) Caltech (Wennberg et al., 2018) 
kf1 0.5×10

-12×exp(-480/T) -  2.5×10
-12×exp(-480/T) 0.4×10

-12
 

kf2 0.6×10
-12

 3.0×10
-12

 0.8×10
-12

 

kf3 0.6×10
-12

 3.0×10
-12

 0.8×10
-12

 

kf4 0.7×10
-12

 3.5×10
-12

 0.1×10
-12

 

kf5 0.4×10
-12

 2.0×10
-12

 0.2×10
-12

 

kf6 0.7×10
-12

 3.5×10
-12

 0.7×10
-12

 

kf7 0.7×10
-12

 3.5×10
-12

 0.7×10
-12

 

kf8 0.5×10
-12×exp(-480/T) 2.5×10

-12×exp(-480/T) 0.5×10
-12

 

kr1 5.7×10
13×exp(-9028/T) 2.9×10

14×exp(-9028/T) 1.8×10
14×exp(-8930/T) 

kr2 1.7×10
15×exp(-10743/T) 8.5×10

15×exp(-10743/T) 2.2×10
15×exp(-10355/T) 

kr3 1.7×10
15×exp(-11322/T) 8.6×10

15×exp(-11322/T) 2.2×10
15×exp(-10865/T) 

kr4 1.0×10
15×exp(-9838/T) 5.2×10

15×exp(-9838/T) 1.8×10
14×exp(-8830/T) 

kr5 6.1×10
14×exp(-10254/T) 3.1×10

15×exp(-10254/T) 1.7×10
14×exp(-9054/T) 

kr6 2.1×10
15×exp(-11075/T) 1.1×10

16×exp(-11705/T) 2.5×10
15×exp(-11112/T) 

kr7 2.1×10
15×exp(-11565/T) 1.1×10

16×exp(-11569/T) 2.5×10
15×exp(-10890/T) 

kr8 4.2×10
13×exp(-9984/T) 2.1×10

14×exp(-9984/T) 2.1×10
14×exp(-9400/T) 

 421 

 422 

 423 

 424 

Table S9: Instrumentation for radical and trace-gas quantification during the oxidation experiment. 425 

 Technique Time resolution 1σ precision 1σ accuracy 

OH LIF 47 s 0.3 x 10
6
 cm

-3
 13% 

OH DOAS 200 s 0.8 x 10
6
 cm

-3
 6.5% 

HO2*, RO2* LIF 47 s 1.5 x 10
7
 cm

-3
 16% 

kOH Laser-photolysis + LIF 180 s 0.3 s
-1

 10% 

NO Chemiluminescence 180 s 4 pptv 5% 

NO2 Chemiluminescence 180 s 2 pptv 5% 

O3 UV-absorption 10 s 1 ppbv 5% 

Isoprene, MVK+MACR PTR-TOF-MS      30 s        > 15 pptv < 14% 

Isoprene, MVK+MACR GC 30 min 4 – 8 % 5% 

CO CRDS 60 s 1.5 ppbv 1% 

Photolysis frequencies Spectroradiometer 60 s 10 % 10 % 

 426 

 427 

 428 
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 429 

Figure S4: Reaction scheme detailing the reaction steps affecting the HPALD vrs. di-HPCARP yields. The submechanism 430 
in the labeled boxes A through E are discussed in the text. 431 

 432 

 433 

 434 

 435 

 436 

 437 

 438 

 439 

 440 
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Raw quantum chemical and theoretical kinetic data 554 
################################################################################# 555 
M06-2X/cc-pVDZ data for di-HPCARP-I 556 
################################################################################# 557 
 558 
Due to the large number of total structures, we only provide 559 
the population analysis across the conformers, for each of the critical 560 
points on the potential energy surface. For handling reasons, the R,R 561 
stereoisomers can also contain S,S enantiomers, while the R,S and R,S 562 
can also be mixed. HO2-elimination TS are not included in this supporting 563 
information. 564 
 565 
(2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 566 
============================================================== 567 
 568 
Population analysis at 300K. Vibrational scaling: 0.971.  569 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 570 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 571 
%: contribution to the population (with current data set assumed 100%) 572 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         573 
-------------------------------------------------------------- 574 
diHPCARP_I.tmmmptmtd 3.063e+43 0.08  0.08  2.673e+43 14.6      575 
diHPCARP_I.mmmmptmpd 1.977e+43 0.09  0.09  1.702e+43 9.27      576 
diHPCARP_I.tmmmptmpd 1.682e+43 0.00  0.00  1.682e+43 9.16      577 
diHPCARP_I.pmtmptmmd 1.746e+43 0.30  0.30  1.063e+43 5.79      578 
diHPCARP_I.pmmmptmtd 3.236e+43 0.80  0.80  8.432e+42 4.59      579 
diHPCARP_I.ppmmptmpd 1.103e+43 0.18  0.18  8.116e+42 4.42      580 
diHPCARP_I.pmmmptmpd 1.468e+43 0.66  0.66  4.836e+42 2.63      581 
diHPCARP_I.tmtmptmmd 2.801e+43 1.07  1.07  4.617e+42 2.52      582 
diHPCARP_I.tmmmptttd 4.269e+43 1.35  1.35  4.417e+42 2.41      583 
diHPCARP_I.ttppmttpd 9.240e+42 0.52  0.52  3.863e+42 2.1       584 
diHPCARP_I.tmmmptppd 2.696e+43 1.16  1.16  3.846e+42 2.1       585 
diHPCARP_I.tpmmptmpd 1.034e+43 0.68  0.68  3.286e+42 1.79      586 
diHPCARP_I.tmmmpttmd 3.799e+43 1.58  1.58  2.703e+42 1.47      587 
diHPCARP_I.mmmmptmtd 1.027e+44 2.18  2.18  2.650e+42 1.44      588 
diHPCARP_I.ttpmptmmd 4.988e+42 0.38  0.38  2.632e+42 1.43      589 
diHPCARP_I.ptmmmtmpd 2.828e+43 1.48  1.48  2.378e+42 1.3       590 
diHPCARP_I.ppppmtmpd 9.232e+42 0.85  0.85  2.208e+42 1.2       591 
diHPCARP_I.pmtmmtmmd 2.764e+43 1.55  1.55  2.069e+42 1.13      592 
diHPCARP_I.tmmmttmtd 2.544e+44 2.87  2.87  2.058e+42 1.12      593 
diHPCARP_I.tttmptmmd 1.243e+43 1.07  1.07  2.053e+42 1.12      594 
diHPCARP_I.mttmptmmd 1.881e+43 1.40  1.40  1.783e+42 0.971     595 
diHPCARP_I.tttpmtmmd 1.371e+43 1.28  1.28  1.608e+42 0.876     596 
diHPCARP_I.ttppttmmd 4.881e+42 0.67  0.67  1.579e+42 0.86      597 
diHPCARP_I.mtppmttpd 8.112e+42 1.01  1.01  1.488e+42 0.811     598 
diHPCARP_I.mtpmptmmd 5.530e+42 0.80  0.80  1.453e+42 0.792     599 
diHPCARP_I.mmmmptptd 1.130e+44 2.60  2.60  1.450e+42 0.79      600 
diHPCARP_I.tmmmttmpd 1.324e+44 2.72  2.72  1.391e+42 0.758     601 
diHPCARP_I.mttpmtmmd 1.963e+43 1.60  1.60  1.330e+42 0.725     602 
diHPCARP_I.tmppppttd 2.513e+43 1.77  1.77  1.296e+42 0.706     603 
diHPCARP_I.ppmmptpmd 5.361e+43 2.23  2.23  1.268e+42 0.691     604 
diHPCARP_I.pmmmptttd 5.382e+43 2.26  2.26  1.209e+42 0.659     605 
diHPCARP_I.mtppttmmd 5.742e+42 0.99  0.99  1.089e+42 0.594     606 
diHPCARP_I.pmmmptppd 2.695e+43 1.97  1.97  9.853e+41 0.537     607 
diHPCARP_I.mmmmmtmpd 6.414e+43 2.50  2.50  9.689e+41 0.528     608 
diHPCARP_I.mmmmptttd 6.409e+43 2.51  2.51  9.498e+41 0.517     609 
diHPCARP_I.pmtpmtmmd 2.225e+43 1.88  1.88  9.485e+41 0.517     610 
diHPCARP_I.mmmmptppd 6.076e+43 2.50  2.50  9.095e+41 0.496     611 
diHPCARP_I.ppppmtpmd 4.229e+43 2.32  2.32  8.623e+41 0.47      612 
diHPCARP_I.ppmmttptd 4.028e+43 2.30  2.30  8.526e+41 0.465     613 
diHPCARP_I.tmppmttpd 1.950e+43 1.92  1.92  7.801e+41 0.425     614 
diHPCARP_I.mtmmmtmtd 7.789e+44 4.17  4.17  7.086e+41 0.386     615 
diHPCARP_I.tpppmtmpd 1.136e+43 1.68  1.68  6.736e+41 0.367     616 
diHPCARP_I.tmtmmtmmd 4.412e+43 2.50  2.50  6.673e+41 0.364     617 
diHPCARP_I.ppmmmtmpd 1.881e+43 2.01  2.01  6.443e+41 0.351     618 
diHPCARP_I.ttmmmtmtd 1.794e+44 3.38  3.38  6.209e+41 0.338     619 
diHPCARP_I.tmtpmtmmd 3.606e+43 2.44  2.44  6.028e+41 0.328     620 
diHPCARP_I.pmmmpttmd 4.762e+43 2.61  2.61  6.023e+41 0.328     621 
diHPCARP_I.tmppmtmmd 2.112e+43 2.14  2.14  5.848e+41 0.319     622 
diHPCARP_I.tmtpmttpd 5.527e+43 2.80  2.80  5.016e+41 0.273     623 
diHPCARP_I.mmmmpttmd 7.070e+43 2.95  2.95  4.977e+41 0.271     624 
diHPCARP_I.pttpttmpd 5.501e+43 2.83  2.83  4.761e+41 0.259     625 
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diHPCARP_I.pmtpmttpd 2.822e+43 2.46  2.46  4.528e+41 0.247     626 
diHPCARP_I.pttpptmtd 6.872e+43 3.01  3.01  4.427e+41 0.241     627 
diHPCARP_I.pmtpptmmd 8.032e+43 3.10  3.10  4.408e+41 0.24      628 
diHPCARP_I.pmtppttpd 6.265e+43 2.96  2.96  4.363e+41 0.238     629 
diHPCARP_I.pptmptmpd 1.450e+43 2.10  2.10  4.275e+41 0.233     630 
diHPCARP_I.tttmmtmmd 1.753e+43 2.23  2.23  4.169e+41 0.227     631 
diHPCARP_I.pttmptmpd 1.222e+43 2.04  2.04  3.999e+41 0.218     632 
diHPCARP_I.pmtmtttpd 6.835e+43 3.10  3.10  3.798e+41 0.207     633 
diHPCARP_I.ppppmttpd 6.251e+43 3.06  3.06  3.716e+41 0.202     634 
diHPCARP_I.ptppmttpd 7.779e+42 1.83  1.83  3.598e+41 0.196     635 
diHPCARP_I.pptpttpmd 1.002e+45 4.76  4.76  3.420e+41 0.186     636 
diHPCARP_I.pptmptmmd 5.366e+43 3.04  3.04  3.269e+41 0.178     637 
diHPCARP_I.mttmmtmmd 2.730e+43 2.67  2.67  3.124e+41 0.17      638 
diHPCARP_I.pptmptpmd 6.827e+43 3.22  3.22  3.060e+41 0.167     639 
diHPCARP_I.pptpttmpd 6.426e+43 3.21  3.21  2.929e+41 0.16      640 
diHPCARP_I.ttppmtptd 1.026e+43 2.13  2.13  2.857e+41 0.156     641 
diHPCARP_I.tpmmptptd 2.579e+43 2.75  2.75  2.557e+41 0.139     642 
diHPCARP_I.mmppmttpd 1.353e+43 2.37  2.37  2.523e+41 0.137     643 
diHPCARP_I.tptmptmpd 1.868e+43 2.58  2.58  2.454e+41 0.134     644 
diHPCARP_I.tttpmttpd 1.936e+43 2.61  2.61  2.414e+41 0.132     645 
diHPCARP_I.ttppmtppd 9.629e+42 2.21  2.21  2.377e+41 0.13      646 
diHPCARP_I.tpppmttpd 6.801e+43 3.39  3.39  2.302e+41 0.125     647 
diHPCARP_I.mtppmppmd 1.028e+43 2.29  2.29  2.198e+41 0.12      648 
diHPCARP_I.mtppmtptd 1.198e+43 2.39  2.39  2.163e+41 0.118     649 
diHPCARP_I.ptmtmtmpd 1.108e+43 2.36  2.36  2.118e+41 0.115     650 
diHPCARP_I.pptpmttmd 3.613e+43 3.08  3.08  2.056e+41 0.112     651 
diHPCARP_I.tmtppttpd 1.110e+44 3.75  3.75  2.055e+41 0.112     652 
diHPCARP_I.pmptptmmd 1.609e+43 2.61  2.61  2.024e+41 0.11      653 
diHPCARP_I.mtmmmtmpd 9.446e+43 3.67  3.67  1.999e+41 0.109     654 
diHPCARP_I.mmmmptpmd 1.384e+43 2.54  2.54  1.951e+41 0.106     655 
diHPCARP_I.tmtpptmmd 1.342e+44 3.90  3.90  1.938e+41 0.106     656 
diHPCARP_I.tttpptmmd 3.152e+43 3.04  3.04  1.930e+41 0.105     657 
diHPCARP_I.tptpttmpd 1.054e+44 3.77  3.77  1.882e+41 0.103     658 
diHPCARP_I.tpmmmtmpd 2.671e+43 2.97  2.97  1.828e+41 0.0996    659 
diHPCARP_I.pmppmttpd 2.321e+43 2.89  2.89  1.816e+41 0.0989    660 
diHPCARP_I.mpmmttmpd 1.416e+43 2.62  2.62  1.741e+41 0.0949    661 
diHPCARP_I.mtmmttmtd 3.951e+44 4.61  4.61  1.726e+41 0.0941    662 
diHPCARP_I.tptmptmmd 7.880e+43 3.65  3.65  1.718e+41 0.0936    663 
diHPCARP_I.tmtmtttpd 1.039e+44 3.82  3.82  1.711e+41 0.0932    664 
diHPCARP_I.tmmmttttd 2.948e+44 4.46  4.46  1.652e+41 0.09      665 
diHPCARP_I.tttpttmtd 1.645e+44 4.14  4.14  1.578e+41 0.086     666 
diHPCARP_I.ppmpmtmpd 1.395e+43 2.70  2.70  1.509e+41 0.0822    667 
diHPCARP_I.mtppmtppd 1.086e+43 2.57  2.57  1.452e+41 0.0791    668 
diHPCARP_I.ttpmpttmd 2.932e+43 3.17  3.17  1.449e+41 0.079     669 
diHPCARP_I.ttppmppmd 1.028e+43 2.54  2.54  1.446e+41 0.0788    670 
diHPCARP_I.tptmtmpmd 1.363e+44 4.10  4.10  1.399e+41 0.0762    671 
diHPCARP_I.pptmpttmd 4.085e+43 3.41  3.41  1.340e+41 0.073     672 
diHPCARP_I.pppppttpd 9.426e+43 3.94  3.94  1.281e+41 0.0698    673 
diHPCARP_I.ttmmmtpmd 9.720e+43 3.96  3.96  1.263e+41 0.0688    674 
diHPCARP_I.mttpmttpd 2.994e+43 3.27  3.27  1.240e+41 0.0676    675 
diHPCARP_I.tmmmmttmd 1.759e+44 4.33  4.33  1.237e+41 0.0674    676 
diHPCARP_I.ttpmpttpd 1.514e+43 2.87  2.87  1.221e+41 0.0665    677 
diHPCARP_I.tpmpmtmpd 1.737e+43 2.98  2.98  1.164e+41 0.0634    678 
diHPCARP_I.mttpttmpd 1.680e+44 4.35  4.35  1.145e+41 0.0624    679 
diHPCARP_I.pptpmttpd 1.230e+44 4.17  4.17  1.126e+41 0.0613    680 
diHPCARP_I.tttmptmpd 4.883e+43 3.64  3.64  1.094e+41 0.0596    681 
diHPCARP_I.pttmptmmd 9.589e+42 2.67  2.67  1.085e+41 0.0591    682 
diHPCARP_I.pttpmtmpd 1.405e+43 2.90  2.90  1.078e+41 0.0588    683 
diHPCARP_I.mpppmtmpd 1.371e+43 2.90  2.90  1.066e+41 0.0581    684 
diHPCARP_I.pptmtttpd 2.308e+44 4.59  4.59  1.052e+41 0.0573    685 
diHPCARP_I.ttmmmttmd 1.151e+44 4.17  4.17  1.049e+41 0.0572    686 
diHPCARP_I.pmppttmmd 1.685e+43 3.05  3.05  1.018e+41 0.0555    687 
diHPCARP_I.ppmtptmpd 5.316e+43 3.74  3.74  9.976e+40 0.0543    688 
diHPCARP_I.ptpmptmmd 4.378e+42 2.26  2.26  9.960e+40 0.0543    689 
diHPCARP_I.pptpptmpd 5.253e+43 3.75  3.75  9.755e+40 0.0531    690 
diHPCARP_I.tpppmtpmd 4.357e+43 3.65  3.65  9.631e+40 0.0525    691 
diHPCARP_I.tttpptmtd 1.359e+44 4.33  4.33  9.566e+40 0.0521    692 
diHPCARP_I.tmmmmtptd 1.950e+44 4.56  4.56  9.319e+40 0.0508    693 
diHPCARP_I.ttpmptpmd 2.570e+43 3.35  3.35  9.294e+40 0.0506    694 
diHPCARP_I.pmtpptppd 2.282e+44 4.67  4.67  8.991e+40 0.049     695 
diHPCARP_I.tpmtttmpd 1.327e+44 4.36  4.36  8.871e+40 0.0483    696 
diHPCARP_I.mmppmtpmd 1.498e+43 3.06  3.06  8.834e+40 0.0481    697 
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diHPCARP_I.tptmptpmd 1.122e+44 4.26  4.26  8.825e+40 0.0481    698 
diHPCARP_I.pptmttmmd 1.038e+44 4.23  4.23  8.560e+40 0.0466    699 
diHPCARP_I.tmppmtptd 1.165e+44 4.32  4.32  8.280e+40 0.0451    700 
diHPCARP_I.ptppmmmpd 1.120e+43 2.93  2.93  8.230e+40 0.0448    701 
diHPCARP_I.pttpmtmmd 1.040e+43 2.93  2.93  7.680e+40 0.0418    702 
diHPCARP_I.tttppttpd 4.936e+43 3.87  3.87  7.433e+40 0.0405    703 
diHPCARP_I.tppppttpd 1.027e+44 4.32  4.32  7.261e+40 0.0396    704 
diHPCARP_I.tpmmptpmd 3.115e+43 3.61  3.61  7.256e+40 0.0395    705 
diHPCARP_I.mttpptmmd 3.649e+43 3.72  3.72  7.154e+40 0.039     706 
diHPCARP_I.mptmptmpd 2.072e+43 3.39  3.39  7.044e+40 0.0384    707 
diHPCARP_I.tmpmptmmd 3.938e+43 3.78  3.78  6.936e+40 0.0378    708 
diHPCARP_I.mmtpmttpd 3.648e+43 3.74  3.74  6.875e+40 0.0375    709 
diHPCARP_I.mttmptmpd 4.717e+43 3.90  3.90  6.812e+40 0.0371    710 
diHPCARP_I.ptmmmtpmd 1.038e+44 4.39  4.39  6.584e+40 0.0359    711 
diHPCARP_I.ptppttmmd 4.217e+42 2.50  2.50  6.326e+40 0.0345    712 
diHPCARP_I.pptppttpd 2.545e+44 4.95  4.95  6.258e+40 0.0341    713 
diHPCARP_I.tmmpttmtd 9.316e+43 4.38  4.38  6.034e+40 0.0329    714 
diHPCARP_I.mmtmmttpd 1.839e+44 4.79  4.79  5.981e+40 0.0326    715 
diHPCARP_I.ttmtmtmpd 1.684e+43 3.41  3.41  5.513e+40 0.03      716 
diHPCARP_I.pmtmptmpd 5.901e+43 4.17  4.17  5.397e+40 0.0294    717 
diHPCARP_I.mttpptmpd 1.325e+44 4.66  4.66  5.358e+40 0.0292    718 
diHPCARP_I.pmttmttpd 8.883e+43 4.44  4.44  5.183e+40 0.0282    719 
diHPCARP_I.tmtmptmpd 1.367e+44 4.70  4.70  5.113e+40 0.0279    720 
diHPCARP_I.ppmmptppd 4.566e+43 4.05  4.05  5.112e+40 0.0279    721 
diHPCARP_I.ttppmttmd 3.610e+43 3.92  3.92  5.039e+40 0.0275    722 
diHPCARP_I.tttmtttpd 4.408e+43 4.04  4.04  5.015e+40 0.0273    723 
diHPCARP_I.tptpttpmd 2.376e+44 5.05  5.05  4.945e+40 0.0269    724 
diHPCARP_I.ptppmtpmd 1.678e+43 3.48  3.48  4.927e+40 0.0268    725 
diHPCARP_I.ptppmpmpd 1.779e+43 3.51  3.51  4.911e+40 0.0268    726 
diHPCARP_I.tptmtttpd 2.071e+44 4.98  4.98  4.897e+40 0.0267    727 
diHPCARP_I.pmppmtpmd 7.348e+42 2.99  2.99  4.848e+40 0.0264    728 
diHPCARP_I.pptpptptd 3.270e+44 5.26  5.26  4.811e+40 0.0262    729 
diHPCARP_I.mmmtptmpd 7.963e+43 4.42  4.42  4.809e+40 0.0262    730 
diHPCARP_I.ppppptpmd 3.692e+43 3.96  3.96  4.795e+40 0.0261    731 
diHPCARP_I.tmtpptppd 2.869e+44 5.19  5.19  4.735e+40 0.0258    732 
diHPCARP_I.mtmtmtmpd 1.598e+43 3.49  3.49  4.558e+40 0.0248    733 
diHPCARP_I.mpppmttpd 7.806e+43 4.45  4.45  4.481e+40 0.0244    734 
diHPCARP_I.ttmmmtttd 1.876e+44 4.97  4.97  4.458e+40 0.0243    735 
diHPCARP_I.tttpmttmd 3.584e+43 3.99  3.99  4.447e+40 0.0242    736 
diHPCARP_I.tptpmtmpd 3.960e+43 4.06  4.06  4.361e+40 0.0238    737 
diHPCARP_I.pptmppmtd 4.216e+43 4.10  4.10  4.322e+40 0.0235    738 
diHPCARP_I.ttpmptmtd 1.453e+43 3.47  3.47  4.298e+40 0.0234    739 
diHPCARP_I.tttmptpmd 5.235e+43 4.24  4.24  4.272e+40 0.0233    740 
diHPCARP_I.pmttmtmmd 1.124e+44 4.70  4.70  4.229e+40 0.023     741 
diHPCARP_I.ppppmptpd 4.155e+43 4.11  4.11  4.214e+40 0.023     742 
diHPCARP_I.mtmmmttmd 1.756e+44 4.97  4.97  4.190e+40 0.0228    743 
diHPCARP_I.tptpptmpd 4.976e+43 4.22  4.22  4.185e+40 0.0228    744 
diHPCARP_I.mmmpttmpd 3.427e+43 4.01  4.01  4.110e+40 0.0224    745 
diHPCARP_I.ptmtptmpd 5.012e+43 4.24  4.24  4.053e+40 0.0221    746 
diHPCARP_I.tptpmmptd 3.392e+43 4.01  4.01  4.047e+40 0.022     747 
diHPCARP_I.tmmtptmpd 1.780e+44 5.01  5.01  3.997e+40 0.0218    748 
diHPCARP_I.tttpmtmtd 5.678e+43 4.33  4.33  3.987e+40 0.0217    749 
diHPCARP_I.ppmmptttd 1.507e+44 4.91  4.91  3.976e+40 0.0217    750 
diHPCARP_I.mptmptmmd 3.031e+43 3.96  3.96  3.959e+40 0.0216    751 
diHPCARP_I.mtpmpttpd 1.970e+43 3.71  3.71  3.931e+40 0.0214    752 
diHPCARP_I.tmppmttmd 1.026e+44 4.70  4.70  3.864e+40 0.0211    753 
diHPCARP_I.ppmpmtpmd 2.253e+43 3.80  3.80  3.849e+40 0.021     754 
diHPCARP_I.mtpmptptd 5.638e+43 4.35  4.35  3.849e+40 0.021     755 
diHPCARP_I.mmmmttmtd 2.537e+44 5.26  5.26  3.756e+40 0.0205    756 
diHPCARP_I.pmmtmtmtd 3.146e+43 4.02  4.02  3.700e+40 0.0202    757 
diHPCARP_I.mtppmpmpd 3.135e+43 4.03  4.03  3.641e+40 0.0198    758 
diHPCARP_I.tmmpptmtd 6.388e+43 4.46  4.46  3.627e+40 0.0198    759 
diHPCARP_I.tptpmttpd 7.287e+43 4.55  4.55  3.510e+40 0.0191    760 
diHPCARP_I.tmpmpttpd 3.593e+43 4.14  4.14  3.469e+40 0.0189    761 
diHPCARP_I.tmtmppmmd 3.944e+43 4.21  4.21  3.358e+40 0.0183    762 
diHPCARP_I.pttpmttmd 6.917e+43 4.56  4.56  3.321e+40 0.0181    763 
diHPCARP_I.ppptmtpmd 1.261e+44 4.92  4.92  3.311e+40 0.018     764 
diHPCARP_I.ttpmptppd 2.820e+43 4.02  4.02  3.298e+40 0.018     765 
diHPCARP_I.tmppmtmpd 2.553e+43 3.98  3.98  3.235e+40 0.0176    766 
diHPCARP_I.tmmtptmtd 1.407e+44 5.00  5.00  3.232e+40 0.0176    767 
diHPCARP_I.mtppptmmd 1.798e+44 5.15  5.15  3.174e+40 0.0173    768 
diHPCARP_I.mmtppttpd 9.576e+43 4.79  4.79  3.109e+40 0.0169    769 
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diHPCARP_I.tmmtmtmtd 5.345e+43 4.44  4.44  3.108e+40 0.0169    770 
diHPCARP_I.mmmpptmpd 2.664e+43 4.03  4.03  3.104e+40 0.0169    771 
diHPCARP_I.mtpmptmtd 1.754e+43 3.78  3.78  3.081e+40 0.0168    772 
diHPCARP_I.pptpmmmmd 9.708e+43 4.81  4.81  3.063e+40 0.0167    773 
diHPCARP_I.tptmmtmmd 9.229e+43 4.79  4.79  2.986e+40 0.0163    774 
diHPCARP_I.tptmpttmd 3.808e+43 4.27  4.27  2.943e+40 0.016     775 
diHPCARP_I.mttpmtmtd 8.638e+43 4.77  4.77  2.909e+40 0.0158    776 
diHPCARP_I.ttmmmtppd 1.881e+44 5.24  5.24  2.860e+40 0.0156    777 
diHPCARP_I.mmtmtttpd 9.959e+43 4.87  4.87  2.838e+40 0.0155    778 
diHPCARP_I.tttpttpmd 2.984e+44 5.52  5.52  2.823e+40 0.0154    779 
diHPCARP_I.mtmmmtpmd 1.341e+44 5.05  5.05  2.815e+40 0.0153    780 
diHPCARP_I.tmttmttpd 1.577e+44 5.15  5.15  2.810e+40 0.0153    781 
diHPCARP_I.ppmmpttmd 1.122e+44 4.96  4.96  2.741e+40 0.0149    782 
diHPCARP_I.ppppmtppd 2.715e+43 4.12  4.12  2.728e+40 0.0149    783 
diHPCARP_I.mmtmptmpd 9.076e+43 4.86  4.86  2.626e+40 0.0143    784 
diHPCARP_I.ptmmmmmpd 1.744e+43 3.87  3.87  2.624e+40 0.0143    785 
diHPCARP_I.tmttmtmmd 2.278e+44 5.43  5.43  2.526e+40 0.0138    786 
diHPCARP_I.ppttttmpd 1.833e+44 5.32  5.32  2.458e+40 0.0134    787 
diHPCARP_I.tmmtmtmpd 1.671e+44 5.26  5.26  2.451e+40 0.0134    788 
diHPCARP_I.ptttptmpd 4.926e+43 4.54  4.54  2.444e+40 0.0133    789 
diHPCARP_I.pptpmtmmd 4.169e+43 4.44  4.44  2.435e+40 0.0133    790 
diHPCARP_I.pptpmpmmd 4.038e+43 4.42  4.42  2.425e+40 0.0132    791 
diHPCARP_I.tmppttmmd 3.642e+43 4.36  4.36  2.416e+40 0.0132    792 
diHPCARP_I.mttppttpd 6.917e+43 4.79  4.79  2.244e+40 0.0122    793 
diHPCARP_I.ppppmttmd 1.408e+44 5.22  5.22  2.216e+40 0.0121    794 
diHPCARP_I.ttttmtmmd 5.500e+43 4.66  4.66  2.216e+40 0.0121    795 
diHPCARP_I.pmtpptmpd 1.894e+44 5.41  5.41  2.185e+40 0.0119    796 
diHPCARP_I.tptppttpd 1.827e+44 5.40  5.40  2.126e+40 0.0116    797 
diHPCARP_I.ptpmptmpd 6.601e+42 3.42  3.42  2.113e+40 0.0115    798 
diHPCARP_I.mtptmppmd 3.370e+43 4.40  4.40  2.113e+40 0.0115    799 
diHPCARP_I.mmmmmtttd 2.094e+44 5.49  5.49  2.094e+40 0.0114    800 
diHPCARP_I.ptmpttmpd 3.699e+43 4.46  4.46  2.081e+40 0.0113    801 
diHPCARP_I.tttmptttd 6.997e+43 4.84  4.84  2.071e+40 0.0113    802 
diHPCARP_I.ttppttpmd 3.468e+43 4.44  4.44  2.012e+40 0.011     803 
diHPCARP_I.tmpmttttd 4.963e+43 4.66  4.66  1.996e+40 0.0109    804 
diHPCARP_I.pppptpttd 7.112e+43 4.88  4.88  1.980e+40 0.0108    805 
diHPCARP_I.tmtpptmpd 3.090e+44 5.76  5.76  1.972e+40 0.0107    806 
diHPCARP_I.mtpppppmd 2.010e+43 4.14  4.14  1.930e+40 0.0105    807 
diHPCARP_I.ttppmpmpd 3.361e+43 4.46  4.46  1.909e+40 0.0104    808 
diHPCARP_I.tttpmtpmd 6.527e+43 4.85  4.85  1.902e+40 0.0104    809 
diHPCARP_I.mpppmtpmd 5.045e+43 4.71  4.71  1.882e+40 0.0103    810 
diHPCARP_I.tptppmptd 1.907e+44 5.50  5.50  1.873e+40 0.0102    811 
diHPCARP_I.mttpmttmd 5.566e+43 4.77  4.77  1.871e+40 0.0102    812 
diHPCARP_I.ppptptpmd 1.669e+44 5.42  5.42  1.867e+40 0.0102    813 
diHPCARP_I.ptppmtmpd 1.499e+43 3.99  3.99  1.864e+40 0.0102    814 
diHPCARP_I.ppppttmmd 5.205e+43 4.73  4.73  1.862e+40 0.0101    815 
diHPCARP_I.mmmmmtptd 1.517e+44 5.37  5.37  1.850e+40 0.0101    816 
diHPCARP_I.tmtpmtmpd 9.798e+43 5.11  5.11  1.845e+40 0.0101    817 
diHPCARP_I.mtppmttmd 2.986e+43 4.41  4.41  1.825e+40 0.00994   818 
diHPCARP_I.ppttptmpd 6.054e+43 4.84  4.84  1.791e+40 0.00976   819 
diHPCARP_I.ptmmmtmtd 1.216e+44 5.26  5.26  1.787e+40 0.00973   820 
diHPCARP_I.tmmpptmpd 4.691e+43 4.72  4.72  1.719e+40 0.00937   821 
diHPCARP_I.pmtpmtmpd 7.254e+43 4.98  4.98  1.707e+40 0.0093    822 
diHPCARP_I.ppmmmtpmd 4.461e+43 4.70  4.70  1.685e+40 0.00918   823 
diHPCARP_I.mmmmttppd 1.583e+44 5.46  5.46  1.680e+40 0.00915   824 
diHPCARP_I.pptpptpmd 1.295e+44 5.34  5.34  1.679e+40 0.00914   825 
diHPCARP_I.ttptmppmd 4.029e+43 4.65  4.65  1.656e+40 0.00902   826 
diHPCARP_I.tmmpttmpd 4.416e+43 4.71  4.71  1.631e+40 0.00888   827 
diHPCARP_I.tmppmtpmd 1.628e+43 4.12  4.12  1.619e+40 0.00882   828 
diHPCARP_I.ppmpttmpd 4.348e+43 4.71  4.71  1.612e+40 0.00878   829 
diHPCARP_I.mttmtttpd 6.426e+43 4.95  4.95  1.602e+40 0.00873   830 
diHPCARP_I.pptpttppd 7.200e+44 6.39  6.39  1.586e+40 0.00864   831 
diHPCARP_I.ppppmmppd 8.980e+43 5.15  5.15  1.586e+40 0.00864   832 
diHPCARP_I.tpmmptppd 4.591e+43 4.75  4.75  1.584e+40 0.00863   833 
diHPCARP_I.ttmtptmtd 2.123e+44 5.68  5.68  1.534e+40 0.00836   834 
diHPCARP_I.ttpmptptd 1.833e+43 4.23  4.23  1.530e+40 0.00834   835 
diHPCARP_I.pmttpttpd 9.477e+43 5.22  5.22  1.498e+40 0.00816   836 
diHPCARP_I.pmpppttpd 2.601e+43 4.45  4.45  1.490e+40 0.00812   837 
diHPCARP_I.pttmmtmmd 1.247e+43 4.01  4.01  1.487e+40 0.0081    838 
diHPCARP_I.mptmpmpmd 1.167e+44 5.35  5.35  1.470e+40 0.00801   839 
diHPCARP_I.ptpmpttpd 2.908e+43 4.53  4.53  1.469e+40 0.008     840 
diHPCARP_I.pppmmtpmd 7.702e+43 5.11  5.11  1.460e+40 0.00796   841 
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diHPCARP_I.mmmmmttmd 1.537e+44 5.53  5.53  1.431e+40 0.00779   842 
diHPCARP_I.tptmtpmtd 5.998e+43 4.97  4.97  1.429e+40 0.00779   843 
diHPCARP_I.tppptmppd 1.448e+44 5.51  5.51  1.399e+40 0.00762   844 
diHPCARP_I.tpmmptttd 1.337e+44 5.47  5.47  1.376e+40 0.0075    845 
diHPCARP_I.mmmmtmmpd 9.028e+43 5.24  5.24  1.373e+40 0.00748   846 
diHPCARP_I.tptmptppd 8.003e+44 6.54  6.54  1.369e+40 0.00746   847 
diHPCARP_I.tmpmttmpd 1.644e+43 4.24  4.24  1.349e+40 0.00735   848 
diHPCARP_I.mptpptmpd 7.182e+43 5.13  5.13  1.305e+40 0.00711   849 
diHPCARP_I.tpmmtttmd 1.251e+44 5.47  5.47  1.301e+40 0.00709   850 
diHPCARP_I.mtttmtmmd 6.957e+43 5.12  5.12  1.298e+40 0.00707   851 
diHPCARP_I.tmmtmtppd 3.216e+44 6.04  6.04  1.273e+40 0.00693   852 
diHPCARP_I.mppppmtpd 7.404e+43 5.17  5.17  1.272e+40 0.00693   853 
diHPCARP_I.tmptptmmd 5.858e+43 5.04  5.04  1.242e+40 0.00677   854 
diHPCARP_I.tmmpttttd 8.238e+43 5.25  5.25  1.229e+40 0.0067    855 
diHPCARP_I.mptmptpmd 8.225e+43 5.27  5.27  1.200e+40 0.00654   856 
diHPCARP_I.tpmpmtptd 3.558e+43 4.77  4.77  1.199e+40 0.00653   857 
diHPCARP_I.pptpptppd 2.301e+44 5.89  5.89  1.171e+40 0.00638   858 
diHPCARP_I.mtmmmtttd 2.436e+44 5.94  5.94  1.148e+40 0.00626   859 
diHPCARP_I.tmtpmttmd 9.022e+43 5.35  5.35  1.146e+40 0.00624   860 
diHPCARP_I.tpppmptpd 3.976e+43 4.86  4.86  1.138e+40 0.0062    861 
diHPCARP_I.tpttptmpd 7.074e+43 5.22  5.22  1.110e+40 0.00604   862 
diHPCARP_I.pptpmptpd 4.679e+43 4.98  4.98  1.105e+40 0.00602   863 
diHPCARP_I.ttppmtpmd 7.162e+43 5.24  5.24  1.094e+40 0.00596   864 
diHPCARP_I.tmtmptttd 1.478e+44 5.67  5.67  1.091e+40 0.00595   865 
diHPCARP_I.ttmtptmmd 2.272e+44 5.93  5.93  1.089e+40 0.00593   866 
diHPCARP_I.ttmtmtmtd 1.658e+44 5.77  5.77  1.039e+40 0.00566   867 
diHPCARP_I.mtmtptmmd 3.567e+44 6.23  6.23  1.035e+40 0.00564   868 
diHPCARP_I.ppmmmmpmd 5.497e+43 5.11  5.11  1.034e+40 0.00563   869 
diHPCARP_I.tppppptpd 1.264e+44 5.61  5.61  1.028e+40 0.0056    870 
diHPCARP_I.ppttmmtpd 3.057e+44 6.14  6.14  1.022e+40 0.00557   871 
diHPCARP_I.pptmptttd 1.435e+44 5.69  5.69  1.020e+40 0.00555   872 
diHPCARP_I.tptpmtmmd 4.161e+43 4.96  4.96  1.019e+40 0.00555   873 
diHPCARP_I.ptpmptpmd 2.208e+43 4.59  4.59  1.009e+40 0.0055    874 
diHPCARP_I.ppmmppmtd 3.773e+43 4.91  4.91  1.005e+40 0.00547   875 
diHPCARP_I.mttmtpttd 1.202e+44 5.60  5.60  1.001e+40 0.00545   876 
diHPCARP_I.mmpmttmpd 2.095e+43 4.56  4.56  9.992e+39 0.00544   877 
diHPCARP_I.ptppmttmd 2.867e+43 4.75  4.75  9.968e+39 0.00543   878 
diHPCARP_I.mttmptttd 1.196e+44 5.60  5.60  9.943e+39 0.00542   879 
diHPCARP_I.mpmpmtmpd 3.266e+43 4.83  4.83  9.932e+39 0.00541   880 
diHPCARP_I.pmmtmtmpd 2.021e+43 4.54  4.54  9.927e+39 0.00541   881 
diHPCARP_I.mtmtptmtd 2.551e+44 6.06  6.06  9.868e+39 0.00538   882 
diHPCARP_I.tmtmmpmmd 5.977e+43 5.20  5.20  9.806e+39 0.00534   883 
diHPCARP_I.tptmppmmd 3.994e+43 4.97  4.97  9.644e+39 0.00525   884 
diHPCARP_I.ptmmmttmd 2.279e+44 6.01  6.01  9.541e+39 0.0052    885 
diHPCARP_I.ttmtmtmmd 2.565e+43 4.73  4.73  9.236e+39 0.00503   886 
diHPCARP_I.tpppmttmd 1.367e+44 5.73  5.73  9.217e+39 0.00502   887 
diHPCARP_I.mptmmtmmd 4.895e+43 5.12  5.12  9.193e+39 0.00501   888 
diHPCARP_I.pptpmmtmd 1.369e+44 5.73  5.73  9.178e+39 0.005     889 
diHPCARP_I.tttpttppd 4.330e+44 6.42  6.42  9.097e+39 0.00496   890 
diHPCARP_I.mttmptpmd 6.923e+43 5.33  5.33  9.019e+39 0.00491   891 
diHPCARP_I.pttmptpmd 3.855e+43 4.99  4.99  8.960e+39 0.00488   892 
diHPCARP_I.pmmmtttmd 1.297e+44 5.72  5.72  8.787e+39 0.00479   893 
diHPCARP_I.tmmptttmd 6.194e+43 5.29  5.29  8.722e+39 0.00475   894 
diHPCARP_I.pptmpmppd 2.434e+44 6.11  6.11  8.622e+39 0.0047    895 
diHPCARP_I.tpppppmpd 1.038e+44 5.61  5.61  8.562e+39 0.00466   896 
diHPCARP_I.ttpppppmd 1.738e+43 4.54  4.54  8.505e+39 0.00463   897 
diHPCARP_I.mtppmtmpd 2.534e+43 4.79  4.79  8.183e+39 0.00446   898 
diHPCARP_I.tmmtptttd 2.955e+44 6.26  6.26  8.164e+39 0.00445   899 
diHPCARP_I.tmttpttpd 1.657e+44 5.91  5.91  8.137e+39 0.00443   900 
diHPCARP_I.pmtmptptd 1.013e+44 5.64  5.64  7.940e+39 0.00433   901 
diHPCARP_I.mtmmttttd 2.996e+44 6.30  6.30  7.729e+39 0.00421   902 
diHPCARP_I.pttpmttpd 3.339e+43 4.99  4.99  7.692e+39 0.00419   903 
diHPCARP_I.pptpptmmd 6.783e+43 5.42  5.42  7.611e+39 0.00415   904 
diHPCARP_I.mmmtmtmpd 3.494e+43 5.03  5.03  7.562e+39 0.00412   905 
diHPCARP_I.mmtpptppd 2.956e+44 6.30  6.30  7.561e+39 0.00412   906 
diHPCARP_I.mptmtmtpd 1.248e+44 5.80  5.80  7.478e+39 0.00407   907 
diHPCARP_I.tmpppttpd 8.387e+43 5.56  5.56  7.416e+39 0.00404   908 
diHPCARP_I.tpmpmtpmd 3.650e+43 5.07  5.07  7.336e+39 0.004     909 
diHPCARP_I.pmtmptttd 7.746e+43 5.52  5.52  7.325e+39 0.00399   910 
diHPCARP_I.mtmmmtppd 1.646e+44 5.98  5.98  7.300e+39 0.00398   911 
diHPCARP_I.tptmmpmmd 2.144e+44 6.13  6.13  7.297e+39 0.00398   912 
diHPCARP_I.mtmmttppd 2.369e+44 6.19  6.19  7.290e+39 0.00397   913 
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diHPCARP_I.tpppptpmd 5.235e+43 5.30  5.30  7.199e+39 0.00392   914 
diHPCARP_I.ttttptmmd 6.840e+43 5.47  5.47  7.143e+39 0.00389   915 
diHPCARP_I.tpmpttmpd 4.677e+43 5.25  5.25  7.054e+39 0.00384   916 
diHPCARP_I.tmmtpttmd 2.590e+44 6.27  6.27  6.957e+39 0.00379   917 
diHPCARP_I.mpmmttptd 3.174e+43 5.02  5.02  6.934e+39 0.00378   918 
diHPCARP_I.pmtpmttmd 5.136e+43 5.31  5.31  6.928e+39 0.00377   919 
diHPCARP_I.tpppmtppd 1.406e+44 5.91  5.91  6.909e+39 0.00376   920 
diHPCARP_I.pmttmtppd 3.204e+44 6.41  6.41  6.908e+39 0.00376   921 
diHPCARP_I.mptpmtmpd 2.608e+43 4.91  4.91  6.896e+39 0.00376   922 
diHPCARP_I.mptpmtmmd 4.498e+43 5.24  5.24  6.831e+39 0.00372   923 
diHPCARP_I.mmtpptmmd 1.178e+44 5.82  5.82  6.757e+39 0.00368   924 
diHPCARP_I.mtmtmtmmd 2.365e+43 4.87  4.87  6.747e+39 0.00368   925 
diHPCARP_I.ttttptmpd 1.088e+44 5.79  5.79  6.638e+39 0.00362   926 
diHPCARP_I.ppttpmpmd 3.008e+44 6.39  6.39  6.631e+39 0.00361   927 
diHPCARP_I.ptttmtmpd 6.120e+43 5.45  5.45  6.602e+39 0.0036    928 
diHPCARP_I.tmmpptttd 7.331e+43 5.56  5.56  6.566e+39 0.00358   929 
diHPCARP_I.mtmmmmmmd 3.677e+43 5.15  5.15  6.552e+39 0.00357   930 
diHPCARP_I.mptmpttmd 3.946e+43 5.19  5.19  6.510e+39 0.00355   931 
diHPCARP_I.mptppmtpd 1.399e+44 5.95  5.95  6.499e+39 0.00354   932 
diHPCARP_I.ttmtpttmd 1.925e+44 6.14  6.14  6.471e+39 0.00353   933 
diHPCARP_I.ttppmtmtd 1.321e+44 5.92  5.92  6.470e+39 0.00352   934 
diHPCARP_I.tptmptttd 1.516e+44 6.00  6.00  6.461e+39 0.00352   935 
diHPCARP_I.tpppmpppd 5.949e+43 5.45  5.45  6.387e+39 0.00348   936 
diHPCARP_I.pptmmtmmd 6.382e+43 5.50  5.50  6.263e+39 0.00341   937 
diHPCARP_I.mtmtttmmd 2.351e+44 6.28  6.28  6.218e+39 0.00339   938 
diHPCARP_I.mptpmmtpd 5.361e+43 5.41  5.41  6.160e+39 0.00336   939 
diHPCARP_I.ttttmttpd 7.337e+43 5.60  5.60  6.131e+39 0.00334   940 
diHPCARP_I.pptmtmtpd 1.064e+44 5.83  5.83  6.070e+39 0.00331   941 
diHPCARP_I.tptpptpmd 2.146e+44 6.25  6.25  5.999e+39 0.00327   942 
diHPCARP_I.tpppttmmd 5.750e+43 5.47  5.47  5.908e+39 0.00322   943 
diHPCARP_I.pptmttpmd 6.019e+44 6.88  6.88  5.900e+39 0.00321   944 
diHPCARP_I.tmmtptptd 2.645e+44 6.39  6.39  5.872e+39 0.0032    945 
diHPCARP_I.mtppmmtmd 1.277e+44 5.96  5.96  5.843e+39 0.00318   946 
diHPCARP_I.tmtmptptd 1.283e+44 5.96  5.96  5.798e+39 0.00316   947 
diHPCARP_I.tmmppttmd 4.909e+43 5.39  5.39  5.766e+39 0.00314   948 
diHPCARP_I.pptpppmmd 7.608e+43 5.66  5.66  5.756e+39 0.00314   949 
diHPCARP_I.pttpptmmd 2.556e+43 5.01  5.01  5.726e+39 0.00312   950 
diHPCARP_I.pttmpttmd 1.591e+44 6.11  6.11  5.672e+39 0.00309   951 
diHPCARP_I.pmptmtmmd 3.587e+43 5.22  5.22  5.663e+39 0.00309   952 
diHPCARP_I.pmttptppd 2.659e+44 6.42  6.42  5.612e+39 0.00306   953 
diHPCARP_I.tmptmtmpd 5.247e+43 5.46  5.46  5.518e+39 0.00301   954 
diHPCARP_I.ppttptpmd 1.827e+44 6.21  6.21  5.499e+39 0.003     955 
diHPCARP_I.tpttmtmpd 9.913e+43 5.84  5.84  5.491e+39 0.00299   956 
diHPCARP_I.tptpmpmmd 4.260e+43 5.34  5.34  5.490e+39 0.00299   957 
diHPCARP_I.mptpttpmd 2.756e+44 6.46  6.46  5.405e+39 0.00294   958 
diHPCARP_I.mtppttpmd 3.463e+43 5.23  5.23  5.386e+39 0.00293   959 
diHPCARP_I.mtttptmpd 1.207e+44 5.98  5.98  5.346e+39 0.00291   960 
diHPCARP_I.tmmtmtttd 2.698e+44 6.46  6.46  5.315e+39 0.0029    961 
diHPCARP_I.tpttmttpd 3.419e+44 6.60  6.60  5.298e+39 0.00289   962 
diHPCARP_I.mptmppmmd 2.573e+43 5.07  5.07  5.203e+39 0.00283   963 
diHPCARP_I.tptpptmmd 9.167e+43 5.83  5.83  5.199e+39 0.00283   964 
diHPCARP_I.pmtmptppd 5.307e+43 5.52  5.52  5.080e+39 0.00277   965 
diHPCARP_I.mttpmtpmd 9.977e+43 5.89  5.89  5.079e+39 0.00277   966 
diHPCARP_I.ttmtmtpmd 3.068e+43 5.19  5.19  5.065e+39 0.00276   967 
diHPCARP_I.tttmmtmpd 9.787e+43 5.89  5.89  5.042e+39 0.00275   968 
diHPCARP_I.tptpptppd 2.355e+44 6.41  6.41  5.018e+39 0.00273   969 
diHPCARP_I.tpttttmpd 9.254e+43 5.86  5.86  4.972e+39 0.00271   970 
diHPCARP_I.pmptpttpd 2.323e+43 5.07  5.07  4.725e+39 0.00257   971 
diHPCARP_I.tpmmppmtd 3.513e+43 5.32  5.32  4.672e+39 0.00255   972 
diHPCARP_I.ttmtptpmd 1.812e+44 6.33  6.33  4.465e+39 0.00243   973 
diHPCARP_I.tmpmtttmd 4.841e+43 5.54  5.54  4.460e+39 0.00243   974 
diHPCARP_I.mmttmttpd 1.394e+44 6.18  6.18  4.422e+39 0.00241   975 
diHPCARP_I.tmmtmttmd 2.157e+44 6.44  6.44  4.415e+39 0.00241   976 
diHPCARP_I.pmmtptmpd 9.675e+43 5.96  5.96  4.413e+39 0.0024    977 
diHPCARP_I.pttpttpmd 3.783e+44 6.78  6.78  4.333e+39 0.00236   978 
diHPCARP_I.pptmmtmpd 5.422e+43 5.62  5.62  4.332e+39 0.00236   979 
diHPCARP_I.tmtmtptpd 1.504e+44 6.24  6.24  4.301e+39 0.00234   980 
diHPCARP_I.ppttttpmd 2.843e+44 6.62  6.62  4.275e+39 0.00233   981 
diHPCARP_I.tmpmmtmpd 1.412e+43 4.84  4.84  4.237e+39 0.00231   982 
diHPCARP_I.pptmptppd 3.174e+43 5.32  5.32  4.217e+39 0.0023    983 
diHPCARP_I.tmtmmptpd 1.242e+44 6.14  6.14  4.198e+39 0.00229   984 
diHPCARP_I.pttmpmmpd 1.463e+43 4.87  4.87  4.149e+39 0.00226   985 
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diHPCARP_I.mttpptppd 4.658e+44 6.94  6.94  4.106e+39 0.00224   986 
diHPCARP_I.ppptmtmpd 4.749e+43 5.58  5.58  4.096e+39 0.00223   987 
diHPCARP_I.ttmtptttd 3.051e+44 6.69  6.69  4.065e+39 0.00221   988 
diHPCARP_I.ttmtmttmd 1.550e+44 6.29  6.29  4.043e+39 0.0022    989 
diHPCARP_I.mmtpttppd 4.074e+44 6.87  6.87  4.009e+39 0.00218   990 
diHPCARP_I.tptpmttmd 9.436e+43 6.01  6.01  3.977e+39 0.00217   991 
diHPCARP_I.tmttmtppd 3.549e+44 6.80  6.80  3.959e+39 0.00216   992 
diHPCARP_I.tmttptppd 3.062e+44 6.71  6.71  3.946e+39 0.00215   993 
diHPCARP_I.ttmppmpmd 2.738e+44 6.65  6.65  3.945e+39 0.00215   994 
diHPCARP_I.pptppmtpd 1.031e+44 6.07  6.07  3.925e+39 0.00214   995 
diHPCARP_I.ppttpttpd 5.106e+44 7.03  7.03  3.879e+39 0.00211   996 
diHPCARP_I.tmtppptpd 1.279e+44 6.20  6.20  3.867e+39 0.00211   997 
diHPCARP_I.tttmptppd 5.473e+43 5.72  5.72  3.754e+39 0.00205   998 
diHPCARP_I.pmmtptmtd 1.502e+44 6.33  6.33  3.691e+39 0.00201   999 
diHPCARP_I.tptpmptpd 4.556e+43 5.62  5.62  3.671e+39 0.002     1000 
diHPCARP_I.ptpmpttmd 4.601e+43 5.63  5.63  3.659e+39 0.00199   1001 
diHPCARP_I.ptppptmpd 7.584e+42 4.56  4.56  3.612e+39 0.00197   1002 
diHPCARP_I.tmtpmptpd 5.868e+43 5.78  5.78  3.600e+39 0.00196   1003 
diHPCARP_I.mmmpmmmpd 1.683e+43 5.04  5.04  3.586e+39 0.00195   1004 
diHPCARP_I.mtppmmpmd 9.038e+43 6.04  6.04  3.582e+39 0.00195   1005 
diHPCARP_I.tmtpppmmd 2.392e+44 6.62  6.62  3.577e+39 0.00195   1006 
diHPCARP_I.tmtpmpmmd 5.728e+43 5.78  5.78  3.549e+39 0.00193   1007 
diHPCARP_I.ptmpptmpd 1.623e+43 5.03  5.03  3.542e+39 0.00193   1008 
diHPCARP_I.tmmmtmmpd 4.858e+43 5.68  5.68  3.541e+39 0.00193   1009 
diHPCARP_I.mmmpttttd 7.896e+43 5.97  5.97  3.515e+39 0.00192   1010 
diHPCARP_I.ppmmmppmd 3.639e+43 5.52  5.52  3.491e+39 0.0019    1011 
diHPCARP_I.tpttpmpmd 2.286e+44 6.62  6.62  3.466e+39 0.00189   1012 
diHPCARP_I.mmtpmtptd 4.553e+44 7.03  7.03  3.449e+39 0.00188   1013 
diHPCARP_I.mttpttpmd 3.557e+44 6.88  6.88  3.447e+39 0.00188   1014 
diHPCARP_I.pppptpmmd 2.902e+43 5.39  5.39  3.443e+39 0.00188   1015 
diHPCARP_I.tttmptptd 1.136e+44 6.21  6.21  3.417e+39 0.00186   1016 
diHPCARP_I.mppptmmmd 5.487e+43 5.78  5.78  3.403e+39 0.00185   1017 
diHPCARP_I.mmpmttpmd 1.316e+43 4.93  4.93  3.398e+39 0.00185   1018 
diHPCARP_I.tmtmptppd 8.764e+43 6.06  6.06  3.353e+39 0.00183   1019 
diHPCARP_I.tpptmtpmd 1.406e+44 6.35  6.35  3.351e+39 0.00183   1020 
diHPCARP_I.ttttpttpd 6.532e+43 5.89  5.89  3.323e+39 0.00181   1021 
diHPCARP_I.ppttmtpmd 2.571e+44 6.72  6.72  3.282e+39 0.00179   1022 
diHPCARP_I.mtmtpttmd 2.844e+44 6.78  6.78  3.259e+39 0.00178   1023 
diHPCARP_I.tmmpttptd 1.189e+44 6.26  6.26  3.249e+39 0.00177   1024 
diHPCARP_I.mmmtptttd 3.352e+44 6.89  6.89  3.199e+39 0.00174   1025 
diHPCARP_I.tttmpttpd 4.946e+43 5.76  5.76  3.175e+39 0.00173   1026 
diHPCARP_I.tmmpmpmtd 2.317e+43 5.31  5.31  3.120e+39 0.0017    1027 
diHPCARP_I.tpmmmmpmd 6.710e+43 5.95  5.95  3.097e+39 0.00169   1028 
diHPCARP_I.tptmmtmpd 6.822e+43 5.96  5.96  3.087e+39 0.00168   1029 
diHPCARP_I.ppptptmmd 9.473e+43 6.16  6.16  3.061e+39 0.00167   1030 
diHPCARP_I.tmmtptppd 1.320e+44 6.37  6.37  3.044e+39 0.00166   1031 
diHPCARP_I.mmppmtmmd 2.048e+43 5.26  5.26  3.024e+39 0.00165   1032 
diHPCARP_I.ppmtptpmd 1.344e+44 6.39  6.39  2.957e+39 0.00161   1033 
diHPCARP_I.ppptpttpd 1.839e+44 6.58  6.58  2.952e+39 0.00161   1034 
diHPCARP_I.pmttptmpd 2.715e+44 6.82  6.82  2.938e+39 0.0016    1035 
diHPCARP_I.pppptmppd 2.251e+44 6.71  6.71  2.927e+39 0.00159   1036 
diHPCARP_I.tpmpmmtpd 1.148e+44 6.31  6.31  2.927e+39 0.00159   1037 
diHPCARP_I.ptmppmmpd 1.466e+43 5.08  5.08  2.912e+39 0.00159   1038 
diHPCARP_I.ttptpppmd 7.839e+43 6.10  6.10  2.832e+39 0.00154   1039 
diHPCARP_I.mttmmtmpd 8.920e+43 6.18  6.18  2.817e+39 0.00153   1040 
diHPCARP_I.tpptpttpd 2.532e+44 6.81  6.81  2.783e+39 0.00152   1041 
diHPCARP_I.mptpptmmd 1.104e+44 6.32  6.32  2.761e+39 0.0015    1042 
diHPCARP_I.pmmpptmtd 4.788e+43 5.82  5.82  2.748e+39 0.0015    1043 
diHPCARP_I.ttttmtmtd 1.395e+44 6.46  6.46  2.724e+39 0.00148   1044 
diHPCARP_I.pmtmpmmmd 1.853e+43 5.26  5.26  2.708e+39 0.00148   1045 
diHPCARP_I.mptpmpmmd 4.817e+43 5.84  5.84  2.677e+39 0.00146   1046 
diHPCARP_I.mppppptpd 1.169e+44 6.38  6.38  2.628e+39 0.00143   1047 
diHPCARP_I.pttptmmpd 5.358e+43 5.92  5.92  2.617e+39 0.00143   1048 
diHPCARP_I.ttmmmpmpd 2.827e+43 5.54  5.54  2.597e+39 0.00141   1049 
diHPCARP_I.tpmpmtttd 1.142e+44 6.38  6.38  2.588e+39 0.00141   1050 
diHPCARP_I.tmmtmtpmd 4.611e+43 5.84  5.84  2.574e+39 0.0014    1051 
diHPCARP_I.ttttptpmd 2.386e+44 6.82  6.82  2.566e+39 0.0014    1052 
diHPCARP_I.ttppmptpd 1.700e+43 5.25  5.25  2.538e+39 0.00138   1053 
diHPCARP_I.tpttmtpmd 2.679e+44 6.92  6.92  2.442e+39 0.00133   1054 
diHPCARP_I.tptmtmtpd 1.444e+44 6.55  6.55  2.433e+39 0.00133   1055 
diHPCARP_I.tmttttmpd 8.351e+44 7.60  7.60  2.420e+39 0.00132   1056 
diHPCARP_I.ppmpmmttd 9.190e+43 6.32  6.32  2.297e+39 0.00125   1057 
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diHPCARP_I.mmppmtptd 5.713e+43 6.04  6.04  2.283e+39 0.00124   1058 
diHPCARP_I.mpppmptpd 3.388e+43 5.74  5.74  2.244e+39 0.00122   1059 
diHPCARP_I.tmmpttppd 6.190e+43 6.10  6.10  2.237e+39 0.00122   1060 
diHPCARP_I.tpptptpmd 2.363e+44 6.90  6.90  2.232e+39 0.00122   1061 
diHPCARP_I.ppmpmttmd 8.745e+43 6.31  6.31  2.208e+39 0.0012    1062 
diHPCARP_I.ttppptpmd 4.578e+43 5.93  5.93  2.191e+39 0.00119   1063 
diHPCARP_I.tppmmtpmd 1.868e+44 6.77  6.77  2.181e+39 0.00119   1064 
diHPCARP_I.mptpptptd 1.910e+44 6.79  6.79  2.174e+39 0.00118   1065 
diHPCARP_I.ttmtmtttd 2.082e+44 6.84  6.84  2.162e+39 0.00118   1066 
diHPCARP_I.pmmtmtttd 5.487e+43 6.05  6.05  2.150e+39 0.00117   1067 
diHPCARP_I.mpppppmmd 8.241e+43 6.29  6.29  2.146e+39 0.00117   1068 
diHPCARP_I.mmmpptttd 5.877e+43 6.10  6.10  2.114e+39 0.00115   1069 
diHPCARP_I.tmptmtmmd 6.754e+43 6.19  6.19  2.107e+39 0.00115   1070 
diHPCARP_I.tmttptmpd 3.318e+44 7.13  7.13  2.105e+39 0.00115   1071 
diHPCARP_I.tmmpmmmpd 3.418e+43 5.78  5.78  2.093e+39 0.00114   1072 
diHPCARP_I.mmtpmttmd 7.009e+43 6.21  6.21  2.089e+39 0.00114   1073 
diHPCARP_I.mttmptppd 7.636e+43 6.27  6.27  2.083e+39 0.00113   1074 
diHPCARP_I.ptmtptpmd 1.548e+44 6.71  6.71  2.018e+39 0.0011    1075 
diHPCARP_I.ppmtttpmd 1.327e+44 6.62  6.62  2.001e+39 0.00109   1076 
diHPCARP_I.pmmtmtppd 2.581e+43 5.64  5.64  1.999e+39 0.00109   1077 
diHPCARP_I.pmmpmtmtd 5.828e+43 6.13  6.13  1.991e+39 0.00108   1078 
diHPCARP_I.mtttmttpd 9.411e+43 6.44  6.44  1.911e+39 0.00104   1079 
diHPCARP_I.ppppptppd 4.223e+43 5.96  5.96  1.908e+39 0.00104   1080 
diHPCARP_I.pptmmtpmd 1.213e+44 6.60  6.60  1.893e+39 0.00103   1081 
diHPCARP_I.tpptpmpmd 2.118e+44 6.94  6.94  1.874e+39 0.00102   1082 
diHPCARP_I.mmmtmtptd 1.425e+44 6.71  6.71  1.855e+39 0.00101   1083 
diHPCARP_I.pmmmtmmpd 4.085e+43 5.96  5.96  1.854e+39 0.00101   1084 
diHPCARP_I.tptmmmpmd 2.011e+44 6.91  6.91  1.852e+39 0.00101   1085 
diHPCARP_I.ttmtptppd 2.373e+44 7.01  7.01  1.851e+39 0.00101   1086 
diHPCARP_I.mtppmptpd 1.357e+43 5.31  5.31  1.847e+39 0.00101   1087 
diHPCARP_I.tppptpmmd 3.561e+43 5.88  5.88  1.846e+39 0.00101   1088 
diHPCARP_I.tmmtmpmpd 1.616e+43 5.42  5.42  1.823e+39 0.000993  1089 
diHPCARP_I.ttptmmpmd 2.198e+44 6.99  6.99  1.768e+39 0.000963  1090 
diHPCARP_I.mtpppmpmd 5.816e+43 6.21  6.21  1.742e+39 0.000949  1091 
diHPCARP_I.ptppmmpmd 1.197e+44 6.64  6.64  1.735e+39 0.000945  1092 
diHPCARP_I.ppmmppppd 2.309e+43 5.67  5.67  1.720e+39 0.000937  1093 
diHPCARP_I.mmtmptttd 9.496e+43 6.51  6.51  1.720e+39 0.000937  1094 
diHPCARP_I.mmpmptttd 4.773e+43 6.11  6.11  1.690e+39 0.000921  1095 
diHPCARP_I.mtmtmttmd 2.287e+44 7.05  7.05  1.669e+39 0.000909  1096 
diHPCARP_I.mtppmtmtd 9.796e+43 6.55  6.55  1.664e+39 0.000907  1097 
diHPCARP_I.ppmmptmtd 6.903e+43 6.34  6.34  1.655e+39 0.000902  1098 
diHPCARP_I.mpttptmpd 9.513e+43 6.53  6.53  1.652e+39 0.0009    1099 
diHPCARP_I.tmpmttptd 5.993e+43 6.27  6.27  1.629e+39 0.000887  1100 
diHPCARP_I.mmtmptptd 1.261e+44 6.71  6.71  1.622e+39 0.000884  1101 
diHPCARP_I.ptmtpmmpd 6.161e+43 6.29  6.29  1.620e+39 0.000882  1102 
diHPCARP_I.tptmmpmpd 6.184e+43 6.29  6.29  1.612e+39 0.000878  1103 
diHPCARP_I.mmmptttmd 6.371e+43 6.31  6.31  1.612e+39 0.000878  1104 
diHPCARP_I.mtttmtmpd 1.248e+44 6.71  6.71  1.608e+39 0.000876  1105 
diHPCARP_I.mtmtmtpmd 4.851e+44 7.52  7.52  1.606e+39 0.000875  1106 
diHPCARP_I.mptpmptpd 4.818e+43 6.15  6.15  1.602e+39 0.000873  1107 
diHPCARP_I.mtptpppmd 3.701e+43 5.99  5.99  1.590e+39 0.000866  1108 
diHPCARP_I.mmmtptmtd 2.394e+44 7.11  7.11  1.585e+39 0.000863  1109 
diHPCARP_I.mtptttppd 8.270e+44 7.85  7.85  1.584e+39 0.000863  1110 
diHPCARP_I.mtmppttmd 2.970e+44 7.24  7.24  1.568e+39 0.000854  1111 
diHPCARP_I.tpmmmtpmd 6.448e+43 6.34  6.34  1.544e+39 0.000841  1112 
diHPCARP_I.tpttptpmd 2.453e+44 7.14  7.14  1.534e+39 0.000836  1113 
diHPCARP_I.mmttptmpd 2.214e+44 7.08  7.08  1.528e+39 0.000832  1114 
diHPCARP_I.tmmpptptd 7.657e+43 6.45  6.45  1.522e+39 0.000829  1115 
diHPCARP_I.ttmmmtmpd 5.933e+43 6.30  6.30  1.518e+39 0.000827  1116 
diHPCARP_I.ppttmtmmd 1.036e+44 6.64  6.64  1.508e+39 0.000821  1117 
diHPCARP_I.mmttpttpd 1.330e+44 6.80  6.80  1.486e+39 0.00081   1118 
diHPCARP_I.mmppmptpd 1.903e+43 5.64  5.64  1.469e+39 0.000801  1119 
diHPCARP_I.mttmpttpd 7.102e+43 6.43  6.43  1.469e+39 0.0008    1120 
diHPCARP_I.pmmpttmpd 4.407e+43 6.15  6.15  1.465e+39 0.000798  1121 
diHPCARP_I.mmmtpttmd 2.595e+44 7.21  7.21  1.453e+39 0.000792  1122 
diHPCARP_I.mttmpmmpd 1.407e+44 6.85  6.85  1.444e+39 0.000787  1123 
diHPCARP_I.tpptmtmpd 6.507e+43 6.40  6.40  1.428e+39 0.000778  1124 
diHPCARP_I.pttppttpd 7.796e+43 6.51  6.51  1.415e+39 0.000771  1125 
diHPCARP_I.pmmtmttmd 4.685e+43 6.21  6.21  1.391e+39 0.000758  1126 
diHPCARP_I.mptpptppd 3.001e+44 7.33  7.33  1.376e+39 0.000749  1127 
diHPCARP_I.ttpttttmd 2.563e+44 7.24  7.24  1.363e+39 0.000743  1128 
diHPCARP_I.mtptmpmpd 1.299e+44 6.84  6.84  1.352e+39 0.000737  1129 
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diHPCARP_I.tmtppttmd 5.437e+44 7.70  7.70  1.330e+39 0.000725  1130 
diHPCARP_I.mmmtmtmtd 4.077e+43 6.16  6.16  1.323e+39 0.000721  1131 
diHPCARP_I.pppppttmd 2.133e+44 7.15  7.15  1.317e+39 0.000718  1132 
diHPCARP_I.mmmtmtttd 2.007e+44 7.11  7.11  1.317e+39 0.000718  1133 
diHPCARP_I.tmppptmpd 2.231e+43 5.81  5.81  1.314e+39 0.000716  1134 
diHPCARP_I.mppptpmmd 4.449e+43 6.22  6.22  1.299e+39 0.000708  1135 
diHPCARP_I.ppttptppd 2.963e+44 7.36  7.36  1.295e+39 0.000705  1136 
diHPCARP_I.mmpmmtmpd 2.442e+43 5.87  5.87  1.287e+39 0.000701  1137 
diHPCARP_I.ppttmtppd 3.018e+44 7.38  7.38  1.262e+39 0.000688  1138 
diHPCARP_I.tpmmppppd 3.291e+43 6.06  6.06  1.261e+39 0.000687  1139 
diHPCARP_I.ttptmpmpd 1.552e+44 6.99  6.99  1.253e+39 0.000682  1140 
diHPCARP_I.ptpppmpmd 4.974e+43 6.31  6.31  1.251e+39 0.000681  1141 
diHPCARP_I.mmpppttpd 5.624e+43 6.39  6.39  1.250e+39 0.000681  1142 
diHPCARP_I.mmmtptppd 2.174e+44 7.20  7.20  1.241e+39 0.000676  1143 
diHPCARP_I.mtpttmpmd 3.539e+44 7.49  7.49  1.230e+39 0.00067   1144 
diHPCARP_I.ppptmtmmd 9.711e+43 6.73  6.73  1.223e+39 0.000666  1145 
diHPCARP_I.tttpmtptd 6.618e+43 6.50  6.50  1.222e+39 0.000666  1146 
diHPCARP_I.tptppmtpd 1.282e+44 6.90  6.90  1.206e+39 0.000657  1147 
diHPCARP_I.mpppmpppd 6.114e+43 6.46  6.46  1.201e+39 0.000654  1148 
diHPCARP_I.mmmppttmd 4.078e+43 6.22  6.22  1.196e+39 0.000652  1149 
diHPCARP_I.tpttpttpd 3.326e+44 7.48  7.48  1.187e+39 0.000646  1150 
diHPCARP_I.ptmtmtpmd 1.634e+44 7.06  7.06  1.184e+39 0.000645  1151 
diHPCARP_I.mtpmpppmd 9.051e+42 5.34  5.34  1.166e+39 0.000635  1152 
diHPCARP_I.tmmpptppd 4.483e+43 6.30  6.30  1.161e+39 0.000632  1153 
diHPCARP_I.ppmmppttd 1.759e+44 7.11  7.11  1.160e+39 0.000632  1154 
diHPCARP_I.tptmppppd 6.846e+43 6.55  6.55  1.152e+39 0.000628  1155 
diHPCARP_I.tttmmtpmd 1.480e+44 7.02  7.02  1.147e+39 0.000625  1156 
diHPCARP_I.ttptptmpd 1.984e+43 5.82  5.82  1.138e+39 0.00062   1157 
diHPCARP_I.ttpmmttpd 8.945e+43 6.72  6.72  1.134e+39 0.000618  1158 
diHPCARP_I.mpttmtmpd 1.444e+44 7.01  7.01  1.128e+39 0.000615  1159 
diHPCARP_I.mtmtptpmd 2.212e+44 7.27  7.27  1.125e+39 0.000613  1160 
diHPCARP_I.pmtmmtmpd 1.744e+44 7.13  7.13  1.114e+39 0.000607  1161 
diHPCARP_I.ppttmpmmd 8.820e+43 6.73  6.73  1.106e+39 0.000602  1162 
diHPCARP_I.mmppptpmd 2.021e+43 5.86  5.86  1.089e+39 0.000593  1163 
diHPCARP_I.ppppmtmtd 2.562e+44 7.38  7.38  1.076e+39 0.000586  1164 
diHPCARP_I.tttpmtppd 6.707e+43 6.59  6.59  1.066e+39 0.000581  1165 
diHPCARP_I.ppptmttpd 2.426e+44 7.36  7.36  1.064e+39 0.00058   1166 
diHPCARP_I.tmptpttpd 1.445e+44 7.05  7.05  1.063e+39 0.000579  1167 
diHPCARP_I.tmtmmpttd 3.808e+44 7.63  7.63  1.053e+39 0.000574  1168 
diHPCARP_I.ttttttpmd 3.314e+44 7.55  7.55  1.050e+39 0.000572  1169 
diHPCARP_I.tmppmptpd 2.052e+43 5.89  5.89  1.045e+39 0.000569  1170 
diHPCARP_I.ppmpptpmd 4.420e+43 6.35  6.35  1.045e+39 0.000569  1171 
diHPCARP_I.tmppmmtpd 2.051e+43 5.89  5.89  1.045e+39 0.000569  1172 
diHPCARP_I.mtttpttpd 8.810e+43 6.77  6.77  1.039e+39 0.000566  1173 
diHPCARP_I.tmptptmpd 5.119e+43 6.44  6.44  1.035e+39 0.000564  1174 
diHPCARP_I.mpppmttmd 1.997e+44 7.26  7.26  1.022e+39 0.000557  1175 
diHPCARP_I.mptpptpmd 2.657e+44 7.43  7.43  1.021e+39 0.000556  1176 
diHPCARP_I.mptmmpmpd 7.912e+43 6.71  6.71  1.021e+39 0.000556  1177 
diHPCARP_I.mmpmttttd 9.551e+43 6.83  6.83  1.018e+39 0.000555  1178 
diHPCARP_I.mtmtptttd 3.212e+44 7.55  7.55  1.014e+39 0.000552  1179 
diHPCARP_I.mptmtptpd 3.354e+44 7.58  7.58  1.006e+39 0.000548  1180 
diHPCARP_I.ppttmttpd 1.969e+44 7.27  7.27  9.965e+38 0.000543  1181 
diHPCARP_I.pmttmtmpd 2.639e+44 7.45  7.45  9.905e+38 0.00054   1182 
diHPCARP_I.tpttttpmd 3.517e+44 7.62  7.62  9.844e+38 0.000536  1183 
diHPCARP_I.mptmptttd 3.045e+44 7.54  7.54  9.738e+38 0.000531  1184 
diHPCARP_I.tpptptmmd 1.164e+44 6.97  6.97  9.735e+38 0.00053   1185 
diHPCARP_I.ttmtmtppd 1.519e+44 7.14  7.14  9.625e+38 0.000524  1186 
diHPCARP_I.pppmmttpd 1.454e+44 7.11  7.11  9.593e+38 0.000523  1187 
diHPCARP_I.mptpmttmd 2.103e+44 7.33  7.33  9.573e+38 0.000522  1188 
diHPCARP_I.mmmtmtppd 5.774e+43 6.56  6.56  9.542e+38 0.00052   1189 
diHPCARP_I.tptpppmmd 7.610e+43 6.73  6.73  9.529e+38 0.000519  1190 
diHPCARP_I.ttmmmppmd 5.786e+43 6.57  6.57  9.496e+38 0.000517  1191 
diHPCARP_I.ppptptppd 6.465e+43 6.63  6.63  9.493e+38 0.000517  1192 
diHPCARP_I.tptpppppd 2.029e+44 7.32  7.32  9.455e+38 0.000515  1193 
diHPCARP_I.pmppmtmtd 1.992e+43 5.94  5.94  9.417e+38 0.000513  1194 
diHPCARP_I.mptmmpmmd 3.746e+43 6.31  6.31  9.416e+38 0.000513  1195 
diHPCARP_I.mmmtmttmd 2.013e+44 7.32  7.32  9.344e+38 0.000509  1196 
diHPCARP_I.tmmmtpmtd 3.468e+43 6.28  6.28  9.277e+38 0.000505  1197 
diHPCARP_I.mtptmmpmd 1.529e+44 7.17  7.17  9.202e+38 0.000501  1198 
diHPCARP_I.mtptmmtmd 2.640e+44 7.49  7.49  9.200e+38 0.000501  1199 
diHPCARP_I.tmmmtmttd 2.130e+44 7.37  7.37  9.165e+38 0.000499  1200 
diHPCARP_I.mpttmmtpd 2.120e+44 7.37  7.37  9.071e+38 0.000494  1201 



30 
 

diHPCARP_I.ppptppttd 3.328e+44 7.64  7.64  9.064e+38 0.000494  1202 
diHPCARP_I.mttpmtptd 1.241e+44 7.05  7.05  9.056e+38 0.000493  1203 
diHPCARP_I.mmtpmptpd 5.246e+43 6.55  6.55  8.950e+38 0.000488  1204 
diHPCARP_I.mptmmtmpd 8.396e+43 6.83  6.83  8.934e+38 0.000487  1205 
diHPCARP_I.pmtmmmtpd 1.148e+44 7.02  7.02  8.889e+38 0.000484  1206 
diHPCARP_I.mpmmttppd 6.603e+43 6.69  6.69  8.877e+38 0.000484  1207 
diHPCARP_I.ppmmmtttd 3.631e+44 7.71  7.71  8.847e+38 0.000482  1208 
diHPCARP_I.ttptttmtd 3.392e+44 7.67  7.67  8.806e+38 0.00048   1209 
diHPCARP_I.ptmppmtpd 8.989e+44 8.25  8.25  8.794e+38 0.000479  1210 
diHPCARP_I.tptptpppd 2.695e+44 7.54  7.54  8.692e+38 0.000474  1211 
diHPCARP_I.ptmmppmpd 5.508e+43 6.59  6.59  8.690e+38 0.000473  1212 
diHPCARP_I.mtptptmpd 2.311e+43 6.08  6.08  8.631e+38 0.00047   1213 
diHPCARP_I.ttpmpppmd 7.664e+42 5.42  5.42  8.583e+38 0.000468  1214 
diHPCARP_I.mmtmmptpd 8.080e+43 6.83  6.83  8.581e+38 0.000468  1215 
diHPCARP_I.ppptmtppd 6.355e+43 6.69  6.69  8.533e+38 0.000465  1216 
diHPCARP_I.pmppmtmpd 2.598e+43 6.16  6.16  8.485e+38 0.000462  1217 
diHPCARP_I.mmppmttmd 5.851e+43 6.65  6.65  8.432e+38 0.000459  1218 
diHPCARP_I.mtmmmppmd 5.522e+43 6.61  6.61  8.415e+38 0.000458  1219 
diHPCARP_I.ppptmtttd 7.432e+44 8.16  8.16  8.412e+38 0.000458  1220 
diHPCARP_I.pmmpttttd 1.187e+44 7.07  7.07  8.376e+38 0.000456  1221 
diHPCARP_I.pttmtttpd 7.748e+43 6.82  6.82  8.308e+38 0.000453  1222 
diHPCARP_I.mttmpppmd 2.115e+43 6.05  6.05  8.286e+38 0.000451  1223 
diHPCARP_I.ptptmmmpd 3.024e+43 6.27  6.27  8.143e+38 0.000444  1224 
diHPCARP_I.mmptmtpmd 3.439e+43 6.37  6.37  7.933e+38 0.000432  1225 
diHPCARP_I.tpmmpptmd 8.913e+43 6.94  6.94  7.799e+38 0.000425  1226 
diHPCARP_I.ppttmpttd 1.688e+44 7.33  7.33  7.778e+38 0.000424  1227 
diHPCARP_I.ttptttppd 3.602e+44 7.80  7.80  7.507e+38 0.000409  1228 
diHPCARP_I.tpttmtppd 4.360e+44 7.91  7.91  7.506e+38 0.000409  1229 
diHPCARP_I.pmmtmmmpd 9.568e+42 5.64  5.64  7.495e+38 0.000408  1230 
diHPCARP_I.tmmpmmttd 4.334e+43 6.54  6.54  7.486e+38 0.000408  1231 
diHPCARP_I.ppmmpptmd 8.177e+43 6.92  6.92  7.454e+38 0.000406  1232 
diHPCARP_I.mmmtptptd 1.484e+44 7.28  7.28  7.385e+38 0.000402  1233 
diHPCARP_I.tttmpppmd 1.906e+43 6.06  6.06  7.341e+38 0.0004    1234 
diHPCARP_I.tmtmmtmpd 2.964e+44 7.70  7.70  7.255e+38 0.000395  1235 
diHPCARP_I.tmtpppppd 2.028e+44 7.48  7.48  7.195e+38 0.000392  1236 
diHPCARP_I.ppmpmtppd 3.845e+43 6.49  6.49  7.140e+38 0.000389  1237 
diHPCARP_I.pmmtttttd 2.372e+44 7.59  7.59  6.993e+38 0.000381  1238 
diHPCARP_I.mmtmptpmd 3.097e+43 6.38  6.38  6.954e+38 0.000379  1239 
diHPCARP_I.mmttmtmmd 1.463e+44 7.33  7.33  6.710e+38 0.000366  1240 
diHPCARP_I.mmtppptpd 9.202e+43 7.05  7.05  6.702e+38 0.000365  1241 
diHPCARP_I.tptpmmmmd 4.820e+43 6.67  6.67  6.700e+38 0.000365  1242 
diHPCARP_I.tmpmmtmmd 7.123e+43 6.90  6.90  6.691e+38 0.000365  1243 
diHPCARP_I.mmmpmmppd 7.968e+43 6.97  6.97  6.632e+38 0.000361  1244 
diHPCARP_I.pmtppmtpd 7.527e+43 6.94  6.94  6.606e+38 0.00036   1245 
diHPCARP_I.mmtmptppd 8.925e+43 7.05  7.05  6.528e+38 0.000356  1246 
diHPCARP_I.mptptpmtd 3.236e+43 6.45  6.45  6.525e+38 0.000356  1247 
diHPCARP_I.pmmmtmmtd 1.652e+44 7.42  7.42  6.521e+38 0.000355  1248 
diHPCARP_I.tpttmtmmd 1.257e+44 7.26  7.26  6.469e+38 0.000352  1249 
diHPCARP_I.tpttptppd 3.524e+44 7.88  7.88  6.455e+38 0.000352  1250 
diHPCARP_I.ttpmmtmmd 1.461e+43 5.99  5.99  6.354e+38 0.000346  1251 
diHPCARP_I.ptptmtpmd 1.624e+44 7.42  7.42  6.342e+38 0.000346  1252 
diHPCARP_I.pmtmmmmmd 2.669e+43 6.35  6.35  6.339e+38 0.000345  1253 
diHPCARP_I.tmmpmmptd 2.796e+43 6.39  6.39  6.215e+38 0.000339  1254 
diHPCARP_I.mtmmmpmpd 6.595e+43 6.90  6.90  6.215e+38 0.000339  1255 
diHPCARP_I.ppptpptpd 2.689e+44 7.74  7.74  6.208e+38 0.000338  1256 
diHPCARP_I.mmmpptptd 9.099e+43 7.09  7.09  6.205e+38 0.000338  1257 
diHPCARP_I.tpmtmtptd 1.323e+44 7.32  7.32  6.176e+38 0.000336  1258 
diHPCARP_I.mtmtptppd 2.240e+44 7.63  7.63  6.148e+38 0.000335  1259 
diHPCARP_I.ptpptttpd 6.111e+43 6.86  6.86  6.121e+38 0.000333  1260 
diHPCARP_I.tmmmtmtmd 2.017e+44 7.58  7.58  6.036e+38 0.000329  1261 
diHPCARP_I.mtpmtmpmd 5.976e+43 6.86  6.86  6.018e+38 0.000328  1262 
diHPCARP_I.ppptmttmd 3.973e+44 8.00  8.00  5.945e+38 0.000324  1263 
diHPCARP_I.mpppmmppd 1.309e+44 7.34  7.34  5.913e+38 0.000322  1264 
diHPCARP_I.pmtpmmtpd 3.530e+43 6.56  6.56  5.908e+38 0.000322  1265 
diHPCARP_I.ptmtmmmpd 4.611e+43 6.72  6.72  5.899e+38 0.000321  1266 
diHPCARP_I.pptpppppd 3.394e+44 7.91  7.91  5.869e+38 0.00032   1267 
diHPCARP_I.tmpmmtttd 4.173e+43 6.66  6.66  5.830e+38 0.000318  1268 
diHPCARP_I.mmttptppd 2.898e+44 7.82  7.82  5.800e+38 0.000316  1269 
diHPCARP_I.mmmpttptd 9.787e+43 7.18  7.18  5.798e+38 0.000316  1270 
diHPCARP_I.mmpmptptd 8.564e+43 7.10  7.10  5.747e+38 0.000313  1271 
diHPCARP_I.tttptttmd 2.212e+44 7.67  7.67  5.718e+38 0.000312  1272 
diHPCARP_I.ppptpmppd 2.303e+44 7.70  7.70  5.698e+38 0.00031   1273 
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diHPCARP_I.ppptmmppd 3.057e+44 7.87  7.87  5.686e+38 0.00031   1274 
diHPCARP_I.mmptmtmpd 6.601e+43 6.96  6.96  5.648e+38 0.000308  1275 
diHPCARP_I.ptptmmpmd 1.318e+44 7.37  7.37  5.635e+38 0.000307  1276 
diHPCARP_I.mtpmtmtmd 8.329e+43 7.10  7.10  5.603e+38 0.000305  1277 
diHPCARP_I.ppppppptd 3.924e+44 8.03  8.03  5.590e+38 0.000305  1278 
diHPCARP_I.pmmtmmmtd 2.211e+43 6.31  6.31  5.575e+38 0.000304  1279 
diHPCARP_I.mmmmtmttd 2.875e+44 7.85  7.85  5.464e+38 0.000298  1280 
diHPCARP_I.ptmtptmmd 1.410e+44 7.43  7.43  5.457e+38 0.000297  1281 
diHPCARP_I.tpmpmtppd 5.845e+43 6.91  6.91  5.430e+38 0.000296  1282 
diHPCARP_I.ptttmtmmd 4.248e+43 6.72  6.72  5.384e+38 0.000293  1283 
diHPCARP_I.pmmtpttmd 2.297e+44 7.74  7.74  5.261e+38 0.000287  1284 
diHPCARP_I.tpppptttd 2.590e+44 7.81  7.81  5.253e+38 0.000286  1285 
diHPCARP_I.ptmtttppd 4.166e+44 8.11  8.11  5.149e+38 0.000281  1286 
diHPCARP_I.pppmmttmd 1.761e+44 7.61  7.61  5.061e+38 0.000276  1287 
diHPCARP_I.pmppmttmd 4.442e+43 6.79  6.79  5.050e+38 0.000275  1288 
diHPCARP_I.mtmtmtppd 2.195e+44 7.74  7.74  5.038e+38 0.000275  1289 
diHPCARP_I.ttpmmpmtd 7.146e+43 7.07  7.07  5.018e+38 0.000273  1290 
diHPCARP_I.mpmmtpmtd 6.489e+43 7.02  7.02  4.994e+38 0.000272  1291 
diHPCARP_I.ttttptppd 1.921e+44 7.67  7.67  4.986e+38 0.000272  1292 
diHPCARP_I.mmttmtppd 3.454e+44 8.02  8.02  4.949e+38 0.00027   1293 
diHPCARP_I.ppttppmpd 2.622e+44 7.86  7.86  4.889e+38 0.000266  1294 
diHPCARP_I.ttptttptd 3.003e+44 7.95  7.95  4.867e+38 0.000265  1295 
diHPCARP_I.mmmpttppd 7.854e+43 7.15  7.15  4.849e+38 0.000264  1296 
diHPCARP_I.pptppppmd 2.288e+44 7.79  7.79  4.835e+38 0.000263  1297 
diHPCARP_I.mtmpppmpd 5.635e+43 6.96  6.96  4.810e+38 0.000262  1298 
diHPCARP_I.mttpmtppd 9.243e+43 7.26  7.26  4.716e+38 0.000257  1299 
diHPCARP_I.tpmtttpmd 1.770e+44 7.65  7.65  4.714e+38 0.000257  1300 
diHPCARP_I.tptmmtpmd 1.345e+44 7.49  7.49  4.695e+38 0.000256  1301 
diHPCARP_I.pttpptppd 1.033e+45 8.71  8.71  4.683e+38 0.000255  1302 
diHPCARP_I.tmpmptpmd 2.719e+43 6.54  6.54  4.662e+38 0.000254  1303 
diHPCARP_I.mpmmpttmd 1.322e+44 7.49  7.49  4.658e+38 0.000254  1304 
diHPCARP_I.mmmpmpttd 4.049e+43 6.78  6.78  4.626e+38 0.000252  1305 
diHPCARP_I.ppmmmttmd 1.548e+44 7.59  7.59  4.576e+38 0.000249  1306 
diHPCARP_I.pptpmtppd 2.841e+43 6.59  6.59  4.462e+38 0.000243  1307 
diHPCARP_I.mptpppmmd 1.603e+44 7.63  7.63  4.459e+38 0.000243  1308 
diHPCARP_I.ptmtmtmmd 1.076e+44 7.39  7.39  4.413e+38 0.00024   1309 
diHPCARP_I.pppmmtttd 1.510e+44 7.60  7.60  4.409e+38 0.00024   1310 
diHPCARP_I.tpmmppttd 1.114e+44 7.42  7.42  4.372e+38 0.000238  1311 
diHPCARP_I.mtpmmtmmd 1.653e+43 6.28  6.28  4.365e+38 0.000238  1312 
diHPCARP_I.mtttptpmd 3.391e+44 8.09  8.09  4.357e+38 0.000237  1313 
diHPCARP_I.pppmmmppd 1.747e+44 7.69  7.69  4.353e+38 0.000237  1314 
diHPCARP_I.tppptpppd 7.217e+43 7.17  7.17  4.340e+38 0.000236  1315 
diHPCARP_I.tttmmtppd 3.155e+44 8.05  8.05  4.326e+38 0.000236  1316 
diHPCARP_I.ptttptpmd 3.800e+44 8.16  8.16  4.286e+38 0.000233  1317 
diHPCARP_I.mttptmmpd 1.815e+44 7.72  7.72  4.285e+38 0.000233  1318 
diHPCARP_I.ttppmpttd 4.080e+43 6.83  6.83  4.282e+38 0.000233  1319 
diHPCARP_I.pmmpptmpd 2.091e+43 6.44  6.44  4.279e+38 0.000233  1320 
diHPCARP_I.tppmmttpd 1.270e+44 7.51  7.51  4.271e+38 0.000233  1321 
diHPCARP_I.tptppmmmd 8.581e+43 7.28  7.28  4.254e+38 0.000232  1322 
diHPCARP_I.mpptmtpmd 1.150e+44 7.46  7.46  4.227e+38 0.00023   1323 
diHPCARP_I.pppmmtppd 5.992e+43 7.07  7.07  4.212e+38 0.000229  1324 
diHPCARP_I.mpptpttpd 1.829e+44 7.74  7.74  4.189e+38 0.000228  1325 
diHPCARP_I.pttpmmmpd 1.488e+43 6.25  6.25  4.154e+38 0.000226  1326 
diHPCARP_I.tttptmmpd 3.091e+44 8.06  8.06  4.139e+38 0.000226  1327 
diHPCARP_I.mmmmtmpmd 5.815e+43 7.07  7.07  4.131e+38 0.000225  1328 
diHPCARP_I.mtmmtppmd 5.774e+43 7.07  7.07  4.085e+38 0.000223  1329 
diHPCARP_I.tmpmppmmd 3.447e+43 6.77  6.77  4.015e+38 0.000219  1330 
diHPCARP_I.pmppmtppd 5.378e+43 7.04  7.04  3.991e+38 0.000217  1331 
diHPCARP_I.mptmmmpmd 3.282e+44 8.12  8.12  3.981e+38 0.000217  1332 
diHPCARP_I.tmppptpmd 4.554e+43 6.95  6.95  3.970e+38 0.000216  1333 
diHPCARP_I.mtppmptmd 3.552e+43 6.80  6.80  3.930e+38 0.000214  1334 
diHPCARP_I.mptmppppd 8.374e+43 7.32  7.32  3.903e+38 0.000213  1335 
diHPCARP_I.pmmptttmd 8.002e+43 7.30  7.30  3.864e+38 0.000211  1336 
diHPCARP_I.mpppptpmd 4.417e+43 6.94  6.94  3.863e+38 0.00021   1337 
diHPCARP_I.mpttmmmmd 1.963e+44 7.83  7.83  3.855e+38 0.00021   1338 
diHPCARP_I.mpttmtmmd 1.954e+44 7.83  7.83  3.838e+38 0.000209  1339 
diHPCARP_I.mtmpptmpd 1.697e+43 6.38  6.38  3.834e+38 0.000209  1340 
diHPCARP_I.ptmtpttmd 2.742e+44 8.04  8.04  3.828e+38 0.000209  1341 
diHPCARP_I.mmmpmpptd 4.397e+43 6.95  6.95  3.822e+38 0.000208  1342 
diHPCARP_I.ppptppmmd 1.502e+44 7.69  7.69  3.779e+38 0.000206  1343 
diHPCARP_I.tmmmtmptd 2.879e+44 8.08  8.08  3.730e+38 0.000203  1344 
diHPCARP_I.mmppptmpd 2.823e+43 6.70  6.70  3.701e+38 0.000202  1345 
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diHPCARP_I.mpttpmpmd 2.624e+44 8.04  8.04  3.643e+38 0.000198  1346 
diHPCARP_I.mmmmtmptd 3.878e+44 8.29  8.29  3.567e+38 0.000194  1347 
diHPCARP_I.ppttptmmd 1.653e+44 7.79  7.79  3.491e+38 0.00019   1348 
diHPCARP_I.mtptttmtd 2.786e+44 8.11  8.11  3.469e+38 0.000189  1349 
diHPCARP_I.tmmtmmtmd 4.938e+43 7.08  7.08  3.460e+38 0.000189  1350 
diHPCARP_I.mppmtmpmd 3.214e+44 8.19  8.19  3.459e+38 0.000188  1351 
diHPCARP_I.mmmtttpmd 9.277e+43 7.46  7.46  3.389e+38 0.000185  1352 
diHPCARP_I.ttppmmtmd 4.882e+43 7.08  7.08  3.379e+38 0.000184  1353 
diHPCARP_I.tttmpmmpd 5.935e+43 7.20  7.20  3.358e+38 0.000183  1354 
diHPCARP_I.mpmmmtpmd 1.062e+44 7.55  7.55  3.337e+38 0.000182  1355 
diHPCARP_I.mpttmtptd 3.229e+44 8.22  8.22  3.291e+38 0.000179  1356 
diHPCARP_I.mpptpmmmd 8.673e+43 7.44  7.44  3.288e+38 0.000179  1357 
diHPCARP_I.pmmtptppd 1.513e+44 7.78  7.78  3.242e+38 0.000177  1358 
diHPCARP_I.ppptptttd 2.716e+44 8.14  8.14  3.209e+38 0.000175  1359 
diHPCARP_I.tmptttttd 2.717e+44 8.14  8.14  3.194e+38 0.000174  1360 
diHPCARP_I.pttpttppd 9.720e+44 8.90  8.90  3.192e+38 0.000174  1361 
diHPCARP_I.ppppptmpd 6.889e+43 7.33  7.33  3.152e+38 0.000172  1362 
diHPCARP_I.tpptmtmmd 1.058e+44 7.59  7.59  3.127e+38 0.00017   1363 
diHPCARP_I.ttttttppd 3.644e+44 8.33  8.33  3.112e+38 0.00017   1364 
diHPCARP_I.pptppttmd 2.864e+44 8.19  8.19  3.078e+38 0.000168  1365 
diHPCARP_I.ppttpptpd 2.373e+44 8.08  8.08  3.072e+38 0.000167  1366 
diHPCARP_I.ppptmptpd 4.868e+44 8.52  8.52  3.044e+38 0.000166  1367 
diHPCARP_I.mptptpppd 4.095e+44 8.41  8.41  3.038e+38 0.000166  1368 
diHPCARP_I.ptpmmpmtd 2.045e+43 6.63  6.63  3.008e+38 0.000164  1369 
diHPCARP_I.mpptpmpmd 1.474e+44 7.81  7.81  2.989e+38 0.000163  1370 
diHPCARP_I.mptmptppd 1.421e+44 7.80  7.80  2.976e+38 0.000162  1371 
diHPCARP_I.ppmmmtppd 7.760e+43 7.44  7.44  2.964e+38 0.000161  1372 
diHPCARP_I.pmmmtmttd 1.779e+44 7.94  7.94  2.907e+38 0.000158  1373 
diHPCARP_I.mmmmmmtmd 2.983e+44 8.26  8.26  2.873e+38 0.000157  1374 
diHPCARP_I.mtpmmpmtd 3.492e+43 6.99  6.99  2.841e+38 0.000155  1375 
diHPCARP_I.tpmpptpmd 5.400e+43 7.25  7.25  2.819e+38 0.000154  1376 
diHPCARP_I.pmmtptptd 2.025e+44 8.04  8.04  2.811e+38 0.000153  1377 
diHPCARP_I.mppppmpmd 6.569e+43 7.37  7.37  2.795e+38 0.000152  1378 
diHPCARP_I.tpmtmtpmd 3.052e+44 8.29  8.29  2.779e+38 0.000151  1379 
diHPCARP_I.tpptmtttd 5.277e+44 8.63  8.63  2.748e+38 0.00015   1380 
diHPCARP_I.mpmtmtpmd 5.731e+43 7.31  7.31  2.731e+38 0.000149  1381 
diHPCARP_I.tpttmmtpd 2.500e+44 8.19  8.19  2.724e+38 0.000148  1382 
diHPCARP_I.mmmmpptmd 4.818e+44 8.58  8.58  2.686e+38 0.000146  1383 
diHPCARP_I.ttttmmttd 4.719e+44 8.58  8.58  2.646e+38 0.000144  1384 
diHPCARP_I.mtptmptmd 2.861e+44 8.29  8.29  2.634e+38 0.000144  1385 
diHPCARP_I.ptptptpmd 2.854e+43 6.91  6.91  2.631e+38 0.000143  1386 
diHPCARP_I.ttttpttmd 3.564e+44 8.42  8.42  2.608e+38 0.000142  1387 
diHPCARP_I.ptpptmtpd 6.637e+43 7.43  7.43  2.565e+38 0.00014   1388 
diHPCARP_I.tmttmptpd 1.642e+44 7.97  7.97  2.551e+38 0.000139  1389 
diHPCARP_I.mttmmtpmd 2.904e+44 8.32  8.32  2.545e+38 0.000139  1390 
diHPCARP_I.tmttmpmmd 3.062e+44 8.36  8.36  2.501e+38 0.000136  1391 
diHPCARP_I.tmptmtpmd 4.900e+43 7.27  7.27  2.485e+38 0.000135  1392 
diHPCARP_I.tpmmmtttd 4.033e+44 8.53  8.53  2.476e+38 0.000135  1393 
diHPCARP_I.tmppmpmmd 1.970e+43 6.73  6.73  2.456e+38 0.000134  1394 
diHPCARP_I.tpttmpmmd 1.077e+44 7.76  7.76  2.391e+38 0.00013   1395 
diHPCARP_I.ptmmmtppd 4.068e+44 8.56  8.56  2.366e+38 0.000129  1396 
diHPCARP_I.pmmtmmttd 3.291e+43 7.06  7.06  2.361e+38 0.000129  1397 
diHPCARP_I.ptptttmpd 1.436e+44 7.94  7.94  2.356e+38 0.000128  1398 
diHPCARP_I.ptttptmmd 6.245e+43 7.45  7.45  2.345e+38 0.000128  1399 
diHPCARP_I.mmmppmmpd 3.689e+43 7.13  7.13  2.345e+38 0.000128  1400 
diHPCARP_I.mpttptpmd 2.994e+44 8.38  8.38  2.340e+38 0.000128  1401 
diHPCARP_I.tppmmtttd 2.324e+44 8.23  8.23  2.336e+38 0.000127  1402 
diHPCARP_I.ptpmppmpd 8.745e+42 6.29  6.29  2.300e+38 0.000125  1403 
diHPCARP_I.mmmpptppd 4.375e+43 7.25  7.25  2.286e+38 0.000125  1404 
diHPCARP_I.pmtpmmmmd 2.491e+43 6.92  6.92  2.282e+38 0.000124  1405 
diHPCARP_I.mpptptpmd 5.483e+43 7.39  7.39  2.273e+38 0.000124  1406 
diHPCARP_I.mtttptppd 2.545e+44 8.31  8.31  2.251e+38 0.000123  1407 
diHPCARP_I.mmptpttpd 1.323e+44 7.92  7.92  2.235e+38 0.000122  1408 
diHPCARP_I.mtpmmmtpd 4.273e+43 7.25  7.25  2.229e+38 0.000121  1409 
diHPCARP_I.mpptmtmpd 7.618e+43 7.60  7.60  2.215e+38 0.000121  1410 
diHPCARP_I.ptmpptpmd 7.617e+43 7.61  7.61  2.184e+38 0.000119  1411 
diHPCARP_I.ttppmtmpd 1.580e+43 6.67  6.67  2.175e+38 0.000118  1412 
diHPCARP_I.ptpmtmpmd 3.519e+43 7.16  7.16  2.157e+38 0.000118  1413 
diHPCARP_I.tptppttmd 3.239e+44 8.48  8.48  2.153e+38 0.000117  1414 
diHPCARP_I.pmmtmmptd 2.990e+43 7.06  7.06  2.143e+38 0.000117  1415 
diHPCARP_I.mmtmppmpd 7.653e+43 7.64  7.64  2.093e+38 0.000114  1416 
diHPCARP_I.mpttpmtpd 2.175e+44 8.26  8.26  2.086e+38 0.000114  1417 
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diHPCARP_I.pmmpptttd 4.374e+43 7.31  7.31  2.083e+38 0.000113  1418 
diHPCARP_I.tpptppmmd 6.385e+43 7.53  7.53  2.082e+38 0.000113  1419 
diHPCARP_I.mptpppppd 1.790e+44 8.15  8.15  2.065e+38 0.000113  1420 
diHPCARP_I.mttmpmmmd 2.327e+43 6.94  6.94  2.061e+38 0.000112  1421 
diHPCARP_I.ptmtmttmd 2.395e+44 8.33  8.33  2.050e+38 0.000112  1422 
diHPCARP_I.pmmmmmptd 3.078e+44 8.48  8.48  2.037e+38 0.000111  1423 
diHPCARP_I.ppmpppmmd 4.459e+43 7.34  7.34  2.021e+38 0.00011   1424 
diHPCARP_I.tpttptmmd 1.985e+44 8.23  8.23  2.012e+38 0.00011   1425 
diHPCARP_I.tpptppppd 1.488e+44 8.06  8.06  2.006e+38 0.000109  1426 
diHPCARP_I.tpmppmpmd 8.170e+43 7.70  7.70  2.000e+38 0.000109  1427 
diHPCARP_I.tmttpttmd 4.790e+44 8.76  8.76  1.997e+38 0.000109  1428 
diHPCARP_I.mttmmtppd 3.845e+44 8.63  8.63  1.989e+38 0.000108  1429 
diHPCARP_I.mttppttmd 3.506e+44 8.58  8.58  1.974e+38 0.000108  1430 
diHPCARP_I.ttmpppmpd 4.474e+43 7.35  7.35  1.974e+38 0.000108  1431 
diHPCARP_I.pmptmttpd 1.133e+44 7.91  7.91  1.968e+38 0.000107  1432 
diHPCARP_I.tpptpptpd 2.227e+44 8.31  8.31  1.960e+38 0.000107  1433 
diHPCARP_I.ppmmtpmtd 1.192e+44 7.94  7.94  1.945e+38 0.000106  1434 
diHPCARP_I.mmtpmtpmd 3.517e+43 7.22  7.22  1.944e+38 0.000106  1435 
diHPCARP_I.tmpmmttmd 4.923e+43 7.42  7.42  1.943e+38 0.000106  1436 
diHPCARP_I.mmtpppppd 2.435e+44 8.37  8.37  1.942e+38 0.000106  1437 
diHPCARP_I.tpmmttppd 2.147e+44 8.30  8.30  1.925e+38 0.000105  1438 
diHPCARP_I.ppppptmtd 3.281e+43 7.18  7.18  1.919e+38 0.000105  1439 
diHPCARP_I.mmmtpmmpd 1.855e+44 8.22  8.22  1.909e+38 0.000104  1440 
diHPCARP_I.pmmppttmd 3.002e+43 7.14  7.14  1.900e+38 0.000104  1441 
diHPCARP_I.tmmpppmpd 3.844e+43 7.28  7.28  1.897e+38 0.000103  1442 
diHPCARP_I.tpmmmttmd 2.515e+44 8.41  8.41  1.867e+38 0.000102  1443 
diHPCARP_I.tttpmtmpd 1.696e+44 8.19  8.19  1.837e+38 0.0001    1444 
diHPCARP_I.ptttpmmpd 5.142e+43 7.48  7.48  1.834e+38 9.99e-05  1445 
diHPCARP_I.ptpppmmpd 1.470e+43 6.73  6.73  1.830e+38 9.97e-05  1446 
diHPCARP_I.tpptmpppd 1.497e+44 8.12  8.12  1.815e+38 9.89e-05  1447 
diHPCARP_I.ptppmmtmd 1.201e+44 7.99  7.99  1.808e+38 9.85e-05  1448 
diHPCARP_I.pttmmtpmd 1.795e+44 8.24  8.24  1.786e+38 9.73e-05  1449 
diHPCARP_I.tpppppptd 8.787e+43 7.83  7.83  1.727e+38 9.41e-05  1450 
diHPCARP_I.tpmpmpmtd 5.642e+43 7.57  7.57  1.714e+38 9.34e-05  1451 
diHPCARP_I.pmpptppmd 4.145e+43 7.39  7.39  1.711e+38 9.32e-05  1452 
diHPCARP_I.tptmmmtmd 3.339e+44 8.64  8.64  1.696e+38 9.24e-05  1453 
diHPCARP_I.pmtppmppd 1.997e+44 8.34  8.34  1.692e+38 9.22e-05  1454 
diHPCARP_I.pppmmmtpd 1.161e+44 8.02  8.02  1.681e+38 9.16e-05  1455 
diHPCARP_I.mmmptmmpd 6.745e+43 7.70  7.70  1.670e+38 9.1e-05   1456 
diHPCARP_I.pmptptppd 4.695e+43 7.49  7.49  1.643e+38 8.95e-05  1457 
diHPCARP_I.ttmtpppmd 7.084e+43 7.74  7.74  1.634e+38 8.9e-05   1458 
diHPCARP_I.ptpptmtmd 3.798e+44 8.76  8.76  1.587e+38 8.64e-05  1459 
diHPCARP_I.tptmmpppd 1.608e+44 8.25  8.25  1.581e+38 8.61e-05  1460 
diHPCARP_I.mtttttpmd 4.061e+44 8.81  8.81  1.540e+38 8.39e-05  1461 
diHPCARP_I.ttmtptmpd 9.064e+43 7.92  7.92  1.532e+38 8.35e-05  1462 
diHPCARP_I.pmppmtptd 8.895e+43 7.92  7.92  1.513e+38 8.24e-05  1463 
diHPCARP_I.tpmmtpppd 1.782e+44 8.33  8.33  1.512e+38 8.24e-05  1464 
diHPCARP_I.mmptptmpd 1.015e+44 8.00  8.00  1.512e+38 8.24e-05  1465 
diHPCARP_I.pmttpttmd 5.417e+44 9.00  9.00  1.505e+38 8.2e-05   1466 
diHPCARP_I.tpptptptd 2.318e+44 8.50  8.50  1.497e+38 8.16e-05  1467 
diHPCARP_I.tmtmppmpd 8.640e+43 7.91  7.91  1.487e+38 8.1e-05   1468 
diHPCARP_I.mtmtmmmpd 8.004e+43 7.87  7.87  1.472e+38 8.02e-05  1469 
diHPCARP_I.tpptptttd 3.495e+44 8.75  8.75  1.471e+38 8.01e-05  1470 
diHPCARP_I.mtttmtttd 1.245e+45 9.51  9.51  1.469e+38 8e-05     1471 
diHPCARP_I.tptmppptd 8.511e+43 7.91  7.91  1.468e+38 8e-05     1472 
diHPCARP_I.tpttppppd 2.705e+44 8.60  8.60  1.467e+38 7.99e-05  1473 
diHPCARP_I.tttpmppmd 2.067e+43 7.07  7.07  1.459e+38 7.95e-05  1474 
diHPCARP_I.ttpptmtpd 2.385e+43 7.17  7.17  1.415e+38 7.71e-05  1475 
diHPCARP_I.mtpppmmmd 2.920e+43 7.30  7.30  1.410e+38 7.68e-05  1476 
diHPCARP_I.pmtppmmpd 1.052e+44 8.07  8.07  1.390e+38 7.57e-05  1477 
diHPCARP_I.pptttppmd 2.449e+44 8.57  8.57  1.388e+38 7.56e-05  1478 
diHPCARP_I.tpmtttttd 1.017e+45 9.42  9.42  1.387e+38 7.56e-05  1479 
diHPCARP_I.pmmtmmtmd 5.468e+43 7.69  7.69  1.378e+38 7.51e-05  1480 
diHPCARP_I.tmpmpptpd 3.721e+43 7.46  7.46  1.364e+38 7.43e-05  1481 
diHPCARP_I.mttpmppmd 2.090e+43 7.12  7.12  1.363e+38 7.42e-05  1482 
diHPCARP_I.mtmtpppmd 5.638e+43 7.72  7.72  1.333e+38 7.26e-05  1483 
diHPCARP_I.tmpmmtptd 1.609e+44 8.35  8.35  1.330e+38 7.25e-05  1484 
diHPCARP_I.mtttmtppd 4.113e+44 8.91  8.91  1.330e+38 7.24e-05  1485 
diHPCARP_I.ppmttttmd 4.395e+44 8.96  8.96  1.307e+38 7.12e-05  1486 
diHPCARP_I.tpmtptpmd 3.176e+44 8.77  8.77  1.307e+38 7.12e-05  1487 
diHPCARP_I.pptmppptd 2.096e+44 8.52  8.52  1.302e+38 7.09e-05  1488 
diHPCARP_I.ppttpttmd 6.429e+44 9.19  9.19  1.291e+38 7.04e-05  1489 
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diHPCARP_I.mpptttpmd 3.605e+44 8.85  8.85  1.284e+38 7e-05     1490 
diHPCARP_I.ptttttpmd 4.823e+44 9.03  9.03  1.283e+38 6.99e-05  1491 
diHPCARP_I.mmpmmtpmd 1.246e+43 6.86  6.86  1.256e+38 6.84e-05  1492 
diHPCARP_I.pmtppmmmd 7.486e+43 7.93  7.93  1.251e+38 6.81e-05  1493 
diHPCARP_I.tptpmpppd 9.496e+43 8.08  8.08  1.240e+38 6.76e-05  1494 
diHPCARP_I.mpttmptpd 4.555e+44 9.01  9.01  1.240e+38 6.76e-05  1495 
diHPCARP_I.ppmtttttd 4.261e+44 8.98  8.98  1.232e+38 6.71e-05  1496 
diHPCARP_I.mttpmmmmd 2.399e+43 7.26  7.26  1.230e+38 6.7e-05   1497 
diHPCARP_I.mmmtmppmd 1.136e+43 6.82  6.82  1.224e+38 6.67e-05  1498 
diHPCARP_I.pmmmtmtmd 1.356e+44 8.30  8.30  1.222e+38 6.66e-05  1499 
diHPCARP_I.ppmtmpppd 2.203e+43 7.22  7.22  1.205e+38 6.57e-05  1500 
diHPCARP_I.mtmtppmpd 1.822e+44 8.48  8.48  1.203e+38 6.55e-05  1501 
diHPCARP_I.tpptppttd 1.790e+44 8.49  8.49  1.174e+38 6.4e-05   1502 
diHPCARP_I.tmttmttmd 5.970e+44 9.21  9.21  1.171e+38 6.38e-05  1503 
diHPCARP_I.tpttmpppd 2.691e+44 8.73  8.73  1.169e+38 6.37e-05  1504 
diHPCARP_I.pmmpmtppd 9.539e+43 8.12  8.12  1.168e+38 6.37e-05  1505 
diHPCARP_I.pmtptmmpd 1.046e+44 8.17  8.17  1.167e+38 6.36e-05  1506 
diHPCARP_I.tmptptttd 2.049e+44 8.57  8.57  1.166e+38 6.35e-05  1507 
diHPCARP_I.ppmttpmtd 6.560e+44 9.27  9.27  1.157e+38 6.31e-05  1508 
diHPCARP_I.ppmpmtttd 2.266e+44 8.64  8.64  1.155e+38 6.29e-05  1509 
diHPCARP_I.tppmmttmd 1.647e+44 8.45  8.45  1.148e+38 6.25e-05  1510 
diHPCARP_I.tmmtppmpd 1.067e+44 8.20  8.20  1.141e+38 6.22e-05  1511 
diHPCARP_I.tmmmtmppd 3.310e+43 7.50  7.50  1.135e+38 6.19e-05  1512 
diHPCARP_I.tpptmtppd 2.702e+44 8.76  8.76  1.131e+38 6.16e-05  1513 
diHPCARP_I.mmmmpmptd 6.346e+43 7.89  7.89  1.130e+38 6.16e-05  1514 
diHPCARP_I.mpptppmmd 7.132e+43 7.96  7.96  1.125e+38 6.13e-05  1515 
diHPCARP_I.tmttppmmd 3.139e+44 8.85  8.85  1.112e+38 6.06e-05  1516 
diHPCARP_I.pttmmmmpd 5.542e+43 7.82  7.82  1.109e+38 6.04e-05  1517 
diHPCARP_I.ppttpppmd 1.310e+44 8.35  8.35  1.084e+38 5.9e-05   1518 
diHPCARP_I.ptttmttpd 1.278e+44 8.33  8.33  1.083e+38 5.9e-05   1519 
diHPCARP_I.pmmmmmpmd 1.897e+44 8.57  8.57  1.080e+38 5.88e-05  1520 
diHPCARP_I.mpmmppppd 1.203e+44 8.30  8.30  1.080e+38 5.88e-05  1521 
diHPCARP_I.mppmmttpd 1.306e+44 8.36  8.36  1.065e+38 5.8e-05   1522 
diHPCARP_I.pptmmpppd 2.670e+44 8.79  8.79  1.063e+38 5.79e-05  1523 
diHPCARP_I.ppptmpmmd 2.760e+44 8.81  8.81  1.054e+38 5.74e-05  1524 
diHPCARP_I.ppptppmpd 4.668e+43 7.75  7.75  1.050e+38 5.72e-05  1525 
diHPCARP_I.ppttmpppd 4.308e+44 9.09  9.09  1.037e+38 5.65e-05  1526 
diHPCARP_I.tpttmmmmd 1.683e+44 8.53  8.53  1.028e+38 5.6e-05   1527 
diHPCARP_I.mpptmttpd 2.899e+44 8.85  8.85  1.027e+38 5.6e-05   1528 
diHPCARP_I.tpttpttmd 6.370e+44 9.34  9.34  9.986e+37 5.44e-05  1529 
diHPCARP_I.mmtmpptpd 3.918e+43 7.68  7.68  9.935e+37 5.41e-05  1530 
diHPCARP_I.mpptpptpd 3.839e+44 9.05  9.05  9.862e+37 5.37e-05  1531 
diHPCARP_I.mpttptppd 3.536e+44 9.00  9.00  9.846e+37 5.36e-05  1532 
diHPCARP_I.pppmmptpd 2.425e+43 7.40  7.40  9.834e+37 5.36e-05  1533 
diHPCARP_I.pttpmmpmd 4.077e+43 7.71  7.71  9.826e+37 5.35e-05  1534 
diHPCARP_I.mpptmmmmd 9.748e+43 8.24  8.24  9.757e+37 5.32e-05  1535 
diHPCARP_I.ptptmtmpd 4.082e+43 7.72  7.72  9.745e+37 5.31e-05  1536 
diHPCARP_I.tppmmtptd 2.518e+44 8.81  8.81  9.665e+37 5.27e-05  1537 
diHPCARP_I.tmtpmpmpd 6.361e+43 7.99  7.99  9.649e+37 5.26e-05  1538 
diHPCARP_I.mpmmtpppd 1.194e+44 8.37  8.37  9.612e+37 5.24e-05  1539 
diHPCARP_I.mptttpmtd 3.492e+44 9.01  9.01  9.597e+37 5.23e-05  1540 
diHPCARP_I.mpptppppd 5.150e+43 7.87  7.87  9.577e+37 5.22e-05  1541 
diHPCARP_I.tpmtmmtmd 8.375e+44 9.54  9.54  9.418e+37 5.13e-05  1542 
diHPCARP_I.pmmmtmptd 1.277e+44 8.42  8.42  9.348e+37 5.09e-05  1543 
diHPCARP_I.mpttmpmmd 1.034e+44 8.30  8.30  9.216e+37 5.02e-05  1544 
diHPCARP_I.ppmtttppd 2.425e+44 8.82  8.82  9.037e+37 4.92e-05  1545 
diHPCARP_I.mpttmtpmd 2.924e+44 8.94  8.94  9.022e+37 4.92e-05  1546 
diHPCARP_I.mppmtpppd 7.320e+43 8.11  8.11  8.984e+37 4.89e-05  1547 
diHPCARP_I.mtpmtpmpd 2.064e+43 7.36  7.36  8.961e+37 4.88e-05  1548 
diHPCARP_I.ptpmtmmpd 1.487e+43 7.17  7.17  8.888e+37 4.84e-05  1549 
diHPCARP_I.ptmpppmpd 9.030e+43 8.25  8.25  8.879e+37 4.84e-05  1550 
diHPCARP_I.pppmmmtmd 1.870e+44 8.68  8.68  8.874e+37 4.83e-05  1551 
diHPCARP_I.tppmmpppd 7.344e+43 8.13  8.13  8.763e+37 4.77e-05  1552 
diHPCARP_I.mmpmtmmpd 3.537e+43 7.70  7.70  8.752e+37 4.77e-05  1553 
diHPCARP_I.ppmptttmd 2.246e+44 8.80  8.80  8.743e+37 4.76e-05  1554 
diHPCARP_I.mmmmpptpd 7.594e+43 8.15  8.15  8.711e+37 4.75e-05  1555 
diHPCARP_I.tmtpmpttd 1.073e+44 8.36  8.36  8.692e+37 4.74e-05  1556 
diHPCARP_I.tpmpmpttd 1.088e+44 8.38  8.38  8.602e+37 4.69e-05  1557 
diHPCARP_I.mtttpttmd 4.672e+44 9.25  9.25  8.462e+37 4.61e-05  1558 
diHPCARP_I.ttpptmmmd 1.177e+44 8.43  8.43  8.444e+37 4.6e-05   1559 
diHPCARP_I.tmptttptd 6.183e+44 9.42  9.42  8.423e+37 4.59e-05  1560 
diHPCARP_I.mpttmtppd 3.247e+44 9.04  9.04  8.414e+37 4.58e-05  1561 
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diHPCARP_I.ttmtppmpd 1.420e+44 8.55  8.55  8.405e+37 4.58e-05  1562 
diHPCARP_I.tpmpmpppd 4.498e+43 7.86  7.86  8.386e+37 4.57e-05  1563 
diHPCARP_I.mmtptpptd 6.351e+44 9.45  9.45  8.342e+37 4.55e-05  1564 
diHPCARP_I.tmttpptpd 1.746e+44 8.68  8.68  8.315e+37 4.53e-05  1565 
diHPCARP_I.mmmmmmppd 4.614e+43 7.89  7.89  8.284e+37 4.51e-05  1566 
diHPCARP_I.tpptmpmmd 6.781e+43 8.12  8.12  8.207e+37 4.47e-05  1567 
diHPCARP_I.tmptmtttd 1.859e+44 8.73  8.73  8.180e+37 4.46e-05  1568 
diHPCARP_I.ttttmttmd 4.855e+44 9.31  9.31  8.058e+37 4.39e-05  1569 
diHPCARP_I.tmmpppttd 9.467e+43 8.34  8.34  8.010e+37 4.36e-05  1570 
diHPCARP_I.mtmtptmpd 9.085e+43 8.31  8.31  7.981e+37 4.35e-05  1571 
diHPCARP_I.tpptmptpd 3.579e+44 9.13  9.13  7.969e+37 4.34e-05  1572 
diHPCARP_I.ptttpttpd 1.173e+44 8.47  8.47  7.927e+37 4.32e-05  1573 
diHPCARP_I.tmpptpmmd 3.065e+43 7.67  7.67  7.894e+37 4.3e-05   1574 
diHPCARP_I.mtppmmppd 4.036e+43 7.84  7.84  7.851e+37 4.28e-05  1575 
diHPCARP_I.ttpmtpmpd 1.856e+43 7.39  7.39  7.688e+37 4.19e-05  1576 
diHPCARP_I.pppmmtmmd 4.802e+43 7.96  7.96  7.679e+37 4.18e-05  1577 
diHPCARP_I.tpttpptpd 1.925e+44 8.78  8.78  7.678e+37 4.18e-05  1578 
diHPCARP_I.mmptptpmd 1.483e+43 7.26  7.26  7.624e+37 4.15e-05  1579 
diHPCARP_I.tttpmpmpd 3.570e+43 7.79  7.79  7.604e+37 4.14e-05  1580 
diHPCARP_I.tpmpmpptd 8.117e+43 8.28  8.28  7.599e+37 4.14e-05  1581 
diHPCARP_I.ppmptmttd 2.745e+44 9.01  9.01  7.542e+37 4.11e-05  1582 
diHPCARP_I.mpmmtmppd 2.561e+44 8.97  8.97  7.541e+37 4.11e-05  1583 
diHPCARP_I.ppmpmptmd 7.426e+43 8.23  8.23  7.470e+37 4.07e-05  1584 
diHPCARP_I.tpptmpptd 2.737e+44 9.01  9.01  7.425e+37 4.05e-05  1585 
diHPCARP_I.ttmtmmmtd 7.056e+43 8.21  8.21  7.368e+37 4.01e-05  1586 
diHPCARP_I.tpmmmpmtd 1.775e+44 8.76  8.76  7.348e+37 4e-05     1587 
diHPCARP_I.mmtppttmd 4.911e+44 9.37  9.37  7.315e+37 3.99e-05  1588 
diHPCARP_I.mtttmttmd 1.236e+45 9.94  9.94  7.045e+37 3.84e-05  1589 
diHPCARP_I.mtpppmmpd 9.746e+43 8.44  8.44  6.975e+37 3.8e-05   1590 
diHPCARP_I.mtppppmpd 1.227e+43 7.20  7.20  6.975e+37 3.8e-05   1591 
diHPCARP_I.mtppmpptd 4.033e+43 7.91  7.91  6.931e+37 3.78e-05  1592 
diHPCARP_I.mpmmtttmd 5.465e+44 9.48  9.48  6.840e+37 3.73e-05  1593 
diHPCARP_I.tpppptmpd 4.115e+43 7.93  7.93  6.834e+37 3.72e-05  1594 
diHPCARP_I.mmtpppmmd 1.641e+44 8.76  8.76  6.798e+37 3.7e-05   1595 
diHPCARP_I.tpptmpttd 3.750e+44 9.25  9.25  6.794e+37 3.7e-05   1596 
diHPCARP_I.mtpmppmpd 7.907e+42 6.96  6.96  6.753e+37 3.68e-05  1597 
diHPCARP_I.ttmptpmpd 4.688e+43 8.03  8.03  6.650e+37 3.62e-05  1598 
diHPCARP_I.mpmmmmppd 2.605e+44 9.05  9.05  6.629e+37 3.61e-05  1599 
diHPCARP_I.tttmpmmmd 1.683e+43 7.43  7.43  6.504e+37 3.54e-05  1600 
diHPCARP_I.tpmmmpppd 2.234e+44 8.98  8.98  6.455e+37 3.52e-05  1601 
diHPCARP_I.ppmppptpd 8.384e+43 8.39  8.39  6.454e+37 3.52e-05  1602 
diHPCARP_I.mppmtpmpd 2.038e+44 8.92  8.92  6.426e+37 3.5e-05   1603 
diHPCARP_I.tttmmttmd 1.070e+45 9.92  9.92  6.373e+37 3.47e-05  1604 
diHPCARP_I.ppttmttmd 6.266e+44 9.60  9.60  6.342e+37 3.46e-05  1605 
diHPCARP_I.pmtmpmmpd 4.463e+43 8.03  8.03  6.341e+37 3.45e-05  1606 
diHPCARP_I.tmtmppttd 1.543e+44 8.77  8.77  6.322e+37 3.44e-05  1607 
diHPCARP_I.tpppmpmtd 3.764e+43 7.93  7.93  6.264e+37 3.41e-05  1608 
diHPCARP_I.mpmtmmppd 6.307e+43 8.24  8.24  6.250e+37 3.41e-05  1609 
diHPCARP_I.mpppptttd 5.062e+44 9.48  9.48  6.236e+37 3.4e-05   1610 
diHPCARP_I.tmppptttd 1.781e+44 8.88  8.88  6.027e+37 3.28e-05  1611 
diHPCARP_I.mmppmmpmd 1.807e+43 7.52  7.52  6.015e+37 3.28e-05  1612 
diHPCARP_I.mtptttmpd 1.047e+44 8.57  8.57  6.013e+37 3.28e-05  1613 
diHPCARP_I.mpppppmpd 1.753e+44 8.88  8.88  5.956e+37 3.24e-05  1614 
diHPCARP_I.mmtpmpmmd 5.126e+43 8.15  8.15  5.942e+37 3.24e-05  1615 
diHPCARP_I.mtmmmmtmd 2.953e+44 9.19  9.19  5.930e+37 3.23e-05  1616 
diHPCARP_I.ppmpmpmtd 8.037e+43 8.42  8.42  5.917e+37 3.22e-05  1617 
diHPCARP_I.ppmpmpppd 3.350e+43 7.90  7.90  5.914e+37 3.22e-05  1618 
diHPCARP_I.mpmmttttd 7.492e+44 9.75  9.75  5.914e+37 3.22e-05  1619 
diHPCARP_I.tpptppptd 1.832e+44 8.91  8.91  5.900e+37 3.21e-05  1620 
diHPCARP_I.mptmmtpmd 1.183e+44 8.65  8.65  5.898e+37 3.21e-05  1621 
diHPCARP_I.ptptmmtmd 2.384e+44 9.08  9.08  5.836e+37 3.18e-05  1622 
diHPCARP_I.tmptppmmd 6.814e+43 8.33  8.33  5.812e+37 3.17e-05  1623 
diHPCARP_I.pttmtmttd 3.386e+44 9.29  9.29  5.774e+37 3.15e-05  1624 
diHPCARP_I.tpmtmtppd 3.593e+44 9.33  9.33  5.738e+37 3.13e-05  1625 
diHPCARP_I.tmtmppptd 1.328e+44 8.74  8.74  5.694e+37 3.1e-05   1626 
diHPCARP_I.pmmppmmtd 1.648e+43 7.51  7.51  5.548e+37 3.02e-05  1627 
diHPCARP_I.mttpmmtpd 4.525e+43 8.12  8.12  5.489e+37 2.99e-05  1628 
diHPCARP_I.mmttmptpd 1.429e+44 8.81  8.81  5.472e+37 2.98e-05  1629 
diHPCARP_I.ttptmmtmd 1.220e+44 8.72  8.72  5.398e+37 2.94e-05  1630 
diHPCARP_I.mppptmppd 2.895e+44 9.25  9.25  5.319e+37 2.9e-05   1631 
diHPCARP_I.ttpmppmpd 2.653e+43 7.84  7.84  5.136e+37 2.8e-05   1632 
diHPCARP_I.ttmtmpmpd 1.022e+44 8.65  8.65  5.111e+37 2.78e-05  1633 
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diHPCARP_I.tmmppptmd 8.134e+43 8.52  8.52  5.083e+37 2.77e-05  1634 
diHPCARP_I.tttpmmmmd 1.765e+43 7.62  7.62  4.946e+37 2.69e-05  1635 
diHPCARP_I.mpptmtttd 1.148e+45 10.11 10.11 4.940e+37 2.69e-05  1636 
diHPCARP_I.tmpmpmttd 7.186e+43 8.46  8.46  4.916e+37 2.68e-05  1637 
diHPCARP_I.mpmpptpmd 7.042e+43 8.46  8.46  4.823e+37 2.63e-05  1638 
diHPCARP_I.ttpppmtmd 8.464e+43 8.58  8.58  4.759e+37 2.59e-05  1639 
diHPCARP_I.mptppttmd 4.306e+44 9.55  9.55  4.757e+37 2.59e-05  1640 
diHPCARP_I.mmtpmpttd 1.763e+44 9.02  9.02  4.753e+37 2.59e-05  1641 
diHPCARP_I.ppmtmttmd 4.954e+44 9.63  9.63  4.750e+37 2.59e-05  1642 
diHPCARP_I.ptpmtmtmd 8.384e+43 8.58  8.58  4.747e+37 2.59e-05  1643 
diHPCARP_I.tpmpptttd 3.460e+44 9.42  9.42  4.737e+37 2.58e-05  1644 
diHPCARP_I.ptmptpmpd 9.578e+43 8.66  8.66  4.714e+37 2.57e-05  1645 
diHPCARP_I.mppppmmpd 1.662e+44 8.99  8.99  4.678e+37 2.55e-05  1646 
diHPCARP_I.tttmppmpd 2.587e+43 7.88  7.88  4.667e+37 2.54e-05  1647 
diHPCARP_I.mtptmmppd 1.726e+44 9.02  9.02  4.652e+37 2.53e-05  1648 
diHPCARP_I.pmmmtppmd 3.716e+43 8.11  8.11  4.617e+37 2.52e-05  1649 
diHPCARP_I.pmptpttmd 7.821e+43 8.55  8.55  4.612e+37 2.51e-05  1650 
diHPCARP_I.mpmmmttmd 3.072e+44 9.37  9.37  4.594e+37 2.5e-05   1651 
diHPCARP_I.mppmttpmd 7.084e+43 8.49  8.49  4.593e+37 2.5e-05   1652 
diHPCARP_I.mmtpptpmd 1.017e+44 8.71  8.71  4.590e+37 2.5e-05   1653 
diHPCARP_I.pppmmpmmd 1.989e+43 7.74  7.74  4.582e+37 2.5e-05   1654 
diHPCARP_I.pmttmmtpd 1.077e+44 8.75  8.75  4.566e+37 2.49e-05  1655 
diHPCARP_I.pttmttpmd 2.868e+44 9.33  9.33  4.551e+37 2.48e-05  1656 
diHPCARP_I.tmpmmtppd 7.151e+43 8.51  8.51  4.547e+37 2.48e-05  1657 
diHPCARP_I.mpmmmtppd 8.857e+43 8.64  8.64  4.528e+37 2.47e-05  1658 
diHPCARP_I.tppmmmtpd 1.183e+44 8.82  8.82  4.438e+37 2.42e-05  1659 
diHPCARP_I.mttpmmtmd 9.529e+43 8.71  8.71  4.277e+37 2.33e-05  1660 
diHPCARP_I.mtptmmmmd 1.723e+44 9.07  9.07  4.221e+37 2.3e-05   1661 
diHPCARP_I.mpmtmpppd 3.813e+43 8.18  8.18  4.193e+37 2.28e-05  1662 
diHPCARP_I.mppptpppd 1.180e+44 8.86  8.86  4.154e+37 2.26e-05  1663 
diHPCARP_I.ptpmtmttd 1.472e+44 8.99  8.99  4.149e+37 2.26e-05  1664 
diHPCARP_I.tpttmttmd 6.367e+44 9.87  9.87  4.121e+37 2.24e-05  1665 
diHPCARP_I.mpptpmptd 9.689e+43 8.75  8.75  4.078e+37 2.22e-05  1666 
diHPCARP_I.tppmmtmmd 7.534e+43 8.61  8.61  3.998e+37 2.18e-05  1667 
diHPCARP_I.mttpmtmpd 1.183e+44 8.88  8.88  3.996e+37 2.18e-05  1668 
diHPCARP_I.mptmmpppd 1.518e+44 9.04  9.04  3.957e+37 2.16e-05  1669 
diHPCARP_I.mpptmpmmd 8.305e+43 8.68  8.68  3.944e+37 2.15e-05  1670 
diHPCARP_I.mpttmpppd 3.404e+44 9.53  9.53  3.882e+37 2.12e-05  1671 
diHPCARP_I.ptpppptpd 4.282e+43 8.30  8.30  3.878e+37 2.11e-05  1672 
diHPCARP_I.ptpttmttd 4.985e+44 9.77  9.77  3.801e+37 2.07e-05  1673 
diHPCARP_I.pmtpmmmpd 7.757e+43 8.67  8.67  3.746e+37 2.04e-05  1674 
diHPCARP_I.mtmmtmtmd 4.051e+44 9.66  9.66  3.713e+37 2.02e-05  1675 
diHPCARP_I.ttppppmpd 9.532e+42 7.44  7.44  3.651e+37 1.99e-05  1676 
diHPCARP_I.mpptppptd 7.057e+43 8.63  8.63  3.634e+37 1.98e-05  1677 
diHPCARP_I.tmpmmtpmd 2.513e+43 8.02  8.02  3.591e+37 1.96e-05  1678 
diHPCARP_I.mptpmtppd 4.233e+43 8.34  8.34  3.562e+37 1.94e-05  1679 
diHPCARP_I.tmptttmtd 1.769e+44 9.19  9.19  3.560e+37 1.94e-05  1680 
diHPCARP_I.tptpmpptd 8.953e+43 8.79  8.79  3.550e+37 1.93e-05  1681 
diHPCARP_I.tpmppttmd 2.144e+44 9.32  9.32  3.474e+37 1.89e-05  1682 
diHPCARP_I.pptpmtptd 7.522e+43 8.70  8.70  3.473e+37 1.89e-05  1683 
diHPCARP_I.tmpppptpd 5.199e+43 8.48  8.48  3.459e+37 1.88e-05  1684 
diHPCARP_I.ptpmmtmmd 2.091e+43 7.94  7.94  3.427e+37 1.87e-05  1685 
diHPCARP_I.tpmtmttmd 4.587e+44 9.78  9.78  3.423e+37 1.86e-05  1686 
diHPCARP_I.ttpppmmpd 8.699e+43 8.81  8.81  3.314e+37 1.81e-05  1687 
diHPCARP_I.mmmtmmttd 3.948e+44 9.71  9.71  3.313e+37 1.81e-05  1688 
diHPCARP_I.mpttppppd 2.405e+44 9.42  9.42  3.295e+37 1.8e-05   1689 
diHPCARP_I.ttptppmpd 1.158e+44 8.99  8.99  3.269e+37 1.78e-05  1690 
diHPCARP_I.mptmppptd 7.864e+43 8.76  8.76  3.262e+37 1.78e-05  1691 
diHPCARP_I.mmpmmtttd 6.696e+43 8.67  8.67  3.252e+37 1.77e-05  1692 
diHPCARP_I.tpttppmpd 1.147e+44 9.00  9.00  3.213e+37 1.75e-05  1693 
diHPCARP_I.ppmpmtmtd 6.045e+43 8.62  8.62  3.194e+37 1.74e-05  1694 
diHPCARP_I.ppmtptppd 9.637e+43 8.90  8.90  3.185e+37 1.74e-05  1695 
diHPCARP_I.ttmttpmpd 1.781e+44 9.27  9.27  3.167e+37 1.73e-05  1696 
diHPCARP_I.mtptppmpd 9.908e+43 8.92  8.92  3.163e+37 1.72e-05  1697 
diHPCARP_I.tmttppppd 2.778e+44 9.54  9.54  3.134e+37 1.71e-05  1698 
diHPCARP_I.mpmtmttmd 1.104e+44 8.99  8.99  3.130e+37 1.71e-05  1699 
diHPCARP_I.mmttpttmd 7.038e+44 10.09 10.09 3.123e+37 1.7e-05   1700 
diHPCARP_I.mpmtptpmd 1.574e+44 9.21  9.21  3.068e+37 1.67e-05  1701 
diHPCARP_I.mppmmtmmd 4.984e+43 8.53  8.53  3.023e+37 1.65e-05  1702 
diHPCARP_I.pmmpptptd 5.617e+43 8.62  8.62  2.975e+37 1.62e-05  1703 
diHPCARP_I.ptpmttmpd 1.060e+43 7.63  7.63  2.942e+37 1.6e-05   1704 
diHPCARP_I.mpmtmtmtd 1.203e+44 9.08  9.08  2.939e+37 1.6e-05   1705 
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diHPCARP_I.ptpttttpd 1.642e+44 9.27  9.27  2.891e+37 1.57e-05  1706 
diHPCARP_I.mtttpmmpd 1.418e+44 9.19  9.19  2.880e+37 1.57e-05  1707 
diHPCARP_I.mttmpmttd 1.421e+44 9.20  9.20  2.817e+37 1.53e-05  1708 
diHPCARP_I.tppmmmtmd 3.917e+44 9.82  9.82  2.770e+37 1.51e-05  1709 
diHPCARP_I.mpppmpmtd 5.990e+43 8.70  8.70  2.767e+37 1.51e-05  1710 
diHPCARP_I.mmtttttmd 7.136e+44 10.18 10.18 2.725e+37 1.48e-05  1711 
diHPCARP_I.tmpmpmmpd 2.102e+43 8.08  8.08  2.714e+37 1.48e-05  1712 
diHPCARP_I.ttmmmmtmd 1.683e+44 9.33  9.33  2.690e+37 1.47e-05  1713 
diHPCARP_I.mtmtmpmpd 1.243e+44 9.16  9.16  2.652e+37 1.44e-05  1714 
diHPCARP_I.ptttptppd 8.792e+44 10.33 10.33 2.603e+37 1.42e-05  1715 
diHPCARP_I.tptmptmtd 1.246e+44 9.17  9.17  2.595e+37 1.41e-05  1716 
diHPCARP_I.pmmpptppd 2.376e+43 8.18  8.18  2.594e+37 1.41e-05  1717 
diHPCARP_I.mtpttmmmd 8.282e+43 8.93  8.93  2.571e+37 1.4e-05   1718 
diHPCARP_I.mpttpptpd 1.748e+44 9.38  9.38  2.567e+37 1.4e-05   1719 
diHPCARP_I.mmmppmttd 7.937e+43 8.91  8.91  2.546e+37 1.39e-05  1720 
diHPCARP_I.ttpppmmmd 2.694e+43 8.28  8.28  2.490e+37 1.36e-05  1721 
diHPCARP_I.mpmtmtttd 1.372e+44 9.26  9.26  2.482e+37 1.35e-05  1722 
diHPCARP_I.pppmmmmmd 1.048e+44 9.10  9.10  2.465e+37 1.34e-05  1723 
diHPCARP_I.mpptmpmtd 4.320e+43 8.58  8.58  2.412e+37 1.31e-05  1724 
diHPCARP_I.pppmmpptd 1.056e+44 9.12  9.12  2.384e+37 1.3e-05   1725 
diHPCARP_I.ptmtmpmpd 1.081e+44 9.14  9.14  2.383e+37 1.3e-05   1726 
diHPCARP_I.tpmpppptd 6.574e+43 8.85  8.85  2.364e+37 1.29e-05  1727 
diHPCARP_I.tppmmptpd 2.937e+43 8.38  8.38  2.319e+37 1.26e-05  1728 
diHPCARP_I.tmmmmppmd 1.139e+44 9.19  9.19  2.309e+37 1.26e-05  1729 
diHPCARP_I.tppmmpptd 9.200e+43 9.07  9.07  2.282e+37 1.24e-05  1730 
diHPCARP_I.ppptptmpd 1.516e+44 9.37  9.37  2.280e+37 1.24e-05  1731 
diHPCARP_I.mpmmpmppd 2.923e+43 8.40  8.40  2.240e+37 1.22e-05  1732 
diHPCARP_I.pmptpmmmd 1.663e+43 8.06  8.06  2.233e+37 1.22e-05  1733 
diHPCARP_I.mmmpttpmd 4.553e+43 8.66  8.66  2.229e+37 1.21e-05  1734 
diHPCARP_I.mmpmmtmmd 5.218e+43 8.75  8.75  2.212e+37 1.21e-05  1735 
diHPCARP_I.tmttmpppd 2.240e+44 9.62  9.62  2.191e+37 1.19e-05  1736 
diHPCARP_I.mtttppmpd 2.867e+43 8.40  8.40  2.184e+37 1.19e-05  1737 
diHPCARP_I.mmttpptpd 1.449e+44 9.37  9.37  2.175e+37 1.18e-05  1738 
diHPCARP_I.tttpmmtpd 2.617e+43 8.35  8.35  2.159e+37 1.18e-05  1739 
diHPCARP_I.mpptmpppd 1.361e+44 9.34  9.34  2.143e+37 1.17e-05  1740 
diHPCARP_I.ttpmtmtmd 1.262e+44 9.30  9.30  2.136e+37 1.16e-05  1741 
diHPCARP_I.mpmmttmtd 2.200e+44 9.63  9.63  2.116e+37 1.15e-05  1742 
diHPCARP_I.tpmtttppd 2.956e+44 9.82  9.82  2.088e+37 1.14e-05  1743 
diHPCARP_I.mpptmmppd 4.715e+44 10.10 10.10 2.073e+37 1.13e-05  1744 
diHPCARP_I.mttmmmmmd 3.620e+43 8.58  8.58  2.042e+37 1.11e-05  1745 
diHPCARP_I.mmtmppttd 1.223e+44 9.31  9.31  2.009e+37 1.09e-05  1746 
diHPCARP_I.mmpmpmttd 9.814e+43 9.18  9.18  2.005e+37 1.09e-05  1747 
diHPCARP_I.tpmtmpppd 2.024e+44 9.62  9.62  1.981e+37 1.08e-05  1748 
diHPCARP_I.pmppttptd 2.646e+44 9.79  9.79  1.952e+37 1.06e-05  1749 
diHPCARP_I.mpttppmmd 1.503e+44 9.47  9.47  1.912e+37 1.04e-05  1750 
diHPCARP_I.pmttpmtpd 1.056e+44 9.26  9.26  1.893e+37 1.03e-05  1751 
diHPCARP_I.tpmtppmmd 3.501e+44 9.99  9.99  1.852e+37 1.01e-05  1752 
diHPCARP_I.tptppptmd 1.921e+44 9.64  9.64  1.823e+37 9.93e-06  1753 
diHPCARP_I.mppmtmmmd 4.542e+43 8.78  8.78  1.819e+37 9.91e-06  1754 
diHPCARP_I.mmmppmtmd 9.297e+43 9.21  9.21  1.805e+37 9.83e-06  1755 
diHPCARP_I.mpptmptpd 4.854e+44 10.20 10.20 1.803e+37 9.82e-06  1756 
diHPCARP_I.tmttppmpd 3.470e+44 10.01 10.01 1.776e+37 9.68e-06  1757 
diHPCARP_I.pppmmtmpd 3.874e+43 8.71  8.71  1.762e+37 9.6e-06   1758 
diHPCARP_I.pmptttppd 2.075e+44 9.71  9.71  1.752e+37 9.54e-06  1759 
diHPCARP_I.mtpptmppd 6.344e+43 9.01  9.01  1.736e+37 9.46e-06  1760 
diHPCARP_I.tpmttpmtd 3.350e+44 10.01 10.01 1.710e+37 9.32e-06  1761 
diHPCARP_I.tmmtpmttd 3.548e+44 10.05 10.05 1.680e+37 9.15e-06  1762 
diHPCARP_I.ptmtmtptd 7.684e+43 9.15  9.15  1.657e+37 9.03e-06  1763 
diHPCARP_I.tmmttmmtd 3.936e+44 10.13 10.13 1.656e+37 9.02e-06  1764 
diHPCARP_I.mmtmppptd 1.181e+44 9.41  9.41  1.636e+37 8.91e-06  1765 
diHPCARP_I.mpptptttd 1.800e+44 9.67  9.67  1.614e+37 8.79e-06  1766 
diHPCARP_I.mpmtmtmmd 5.742e+43 9.00  9.00  1.586e+37 8.64e-06  1767 
diHPCARP_I.ptttmpmpd 2.391e+43 8.48  8.48  1.584e+37 8.63e-06  1768 
diHPCARP_I.ptpppmtmd 1.383e+44 9.53  9.53  1.583e+37 8.62e-06  1769 
diHPCARP_I.mpppptmpd 5.382e+43 8.98  8.98  1.557e+37 8.48e-06  1770 
diHPCARP_I.pmmppmmpd 1.227e+43 8.11  8.11  1.517e+37 8.27e-06  1771 
diHPCARP_I.tmtmppppd 9.234e+43 9.31  9.31  1.514e+37 8.25e-06  1772 
diHPCARP_I.pmmtpmmpd 1.218e+44 9.49  9.49  1.497e+37 8.16e-06  1773 
diHPCARP_I.tptpmtmtd 1.163e+44 9.46  9.46  1.486e+37 8.09e-06  1774 
diHPCARP_I.pmmppmttd 2.306e+43 8.50  8.50  1.477e+37 8.05e-06  1775 
diHPCARP_I.tmmtpmtmd 5.560e+44 10.40 10.40 1.475e+37 8.04e-06  1776 
diHPCARP_I.tmppmmptd 7.854e+43 9.23  9.23  1.475e+37 8.04e-06  1777 
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diHPCARP_I.mmttttttd 1.018e+45 10.76 10.76 1.472e+37 8.02e-06  1778 
diHPCARP_I.mpmmmtmtd 3.268e+44 10.09 10.09 1.462e+37 7.97e-06  1779 
diHPCARP_I.mtmtpmtmd 4.594e+44 10.29 10.29 1.457e+37 7.94e-06  1780 
diHPCARP_I.ttmppppmd 5.062e+43 8.99  8.99  1.425e+37 7.76e-06  1781 
diHPCARP_I.mmmtpmttd 6.692e+44 10.54 10.54 1.415e+37 7.71e-06  1782 
diHPCARP_I.mmtmpmpmd 4.259e+43 8.92  8.92  1.342e+37 7.31e-06  1783 
diHPCARP_I.mmttmpppd 5.033e+44 10.40 10.40 1.327e+37 7.23e-06  1784 
diHPCARP_I.tttpmmtmd 3.953e+43 8.89  8.89  1.313e+37 7.15e-06  1785 
diHPCARP_I.mttmmmmpd 1.444e+44 9.68  9.68  1.289e+37 7.02e-06  1786 
diHPCARP_I.pttmptppd 9.524e+43 9.43  9.43  1.289e+37 7.02e-06  1787 
diHPCARP_I.mptpmpptd 9.177e+43 9.42  9.42  1.270e+37 6.92e-06  1788 
diHPCARP_I.pmttpmmmd 2.193e+44 9.94  9.94  1.264e+37 6.89e-06  1789 
diHPCARP_I.ptpmmttpd 2.179e+43 8.57  8.57  1.248e+37 6.8e-06   1790 
diHPCARP_I.pmtppmtmd 3.823e+44 10.28 10.28 1.231e+37 6.71e-06  1791 
diHPCARP_I.mmmtpppmd 8.327e+43 9.38  9.38  1.218e+37 6.63e-06  1792 
diHPCARP_I.ppmpptppd 1.131e+44 9.57  9.57  1.199e+37 6.53e-06  1793 
diHPCARP_I.tptpppttd 3.902e+44 10.31 10.31 1.198e+37 6.53e-06  1794 
diHPCARP_I.mmpppptpd 6.065e+43 9.20  9.20  1.197e+37 6.52e-06  1795 
diHPCARP_I.pmtpmmttd 7.413e+43 9.32  9.32  1.196e+37 6.52e-06  1796 
diHPCARP_I.mptmppmtd 1.797e+44 9.85  9.85  1.193e+37 6.5e-06   1797 
diHPCARP_I.ttptpmtmd 1.623e+44 9.80  9.80  1.177e+37 6.41e-06  1798 
diHPCARP_I.pmtmpmttd 1.169e+44 9.61  9.61  1.159e+37 6.31e-06  1799 
diHPCARP_I.pptppmtmd 2.424e+44 10.05 10.05 1.155e+37 6.29e-06  1800 
diHPCARP_I.mppptpptd 1.251e+44 9.66  9.66  1.151e+37 6.27e-06  1801 
diHPCARP_I.tttmpmttd 6.801e+43 9.30  9.30  1.147e+37 6.25e-06  1802 
diHPCARP_I.mmmptmttd 1.177e+44 9.63  9.63  1.143e+37 6.23e-06  1803 
diHPCARP_I.pmptmttmd 2.565e+44 10.10 10.10 1.129e+37 6.15e-06  1804 
diHPCARP_I.ptttmtppd 8.032e+44 10.80 10.80 1.092e+37 5.95e-06  1805 
diHPCARP_I.tttttppmd 1.018e+44 9.57  9.57  1.091e+37 5.95e-06  1806 
diHPCARP_I.mmttppppd 3.892e+44 10.37 10.37 1.090e+37 5.94e-06  1807 
diHPCARP_I.mmttptpmd 1.098e+44 9.62  9.62  1.075e+37 5.86e-06  1808 
diHPCARP_I.mtpmmmmmd 4.343e+43 9.07  9.07  1.064e+37 5.8e-06   1809 
diHPCARP_I.ptttpttmd 8.653e+44 10.86 10.86 1.055e+37 5.75e-06  1810 
diHPCARP_I.ttttpmmpd 1.199e+44 9.69  9.69  1.053e+37 5.73e-06  1811 
diHPCARP_I.mpttpttmd 6.646e+44 10.72 10.72 1.039e+37 5.66e-06  1812 
diHPCARP_I.ptpmpppmd 7.747e+42 8.06  8.06  1.035e+37 5.64e-06  1813 
diHPCARP_I.tmmptmmpd 1.245e+44 9.73  9.73  1.010e+37 5.5e-06   1814 
diHPCARP_I.pmmppmtmd 2.078e+43 8.70  8.70  9.507e+36 5.18e-06  1815 
diHPCARP_I.mttttppmd 9.821e+43 9.63  9.63  9.477e+36 5.16e-06  1816 
diHPCARP_I.mtpmtmmpd 4.098e+43 9.12  9.12  9.322e+36 5.08e-06  1817 
diHPCARP_I.mmpmpmpmd 1.242e+43 8.41  8.41  9.281e+36 5.06e-06  1818 
diHPCARP_I.ttptmpppd 2.518e+44 10.21 10.21 9.258e+36 5.04e-06  1819 
diHPCARP_I.mppmmpmpd 3.059e+43 8.95  8.95  9.186e+36 5e-06     1820 
diHPCARP_I.tpmtppppd 3.125e+44 10.35 10.35 9.007e+36 4.91e-06  1821 
diHPCARP_I.ttppttmpd 8.445e+43 9.57  9.57  9.003e+36 4.91e-06  1822 
diHPCARP_I.ptmppmpmd 3.327e+43 9.02  9.02  8.931e+36 4.87e-06  1823 
diHPCARP_I.pmmpppttd 1.373e+44 9.87  9.87  8.827e+36 4.81e-06  1824 
diHPCARP_I.tttmmmmmd 2.731e+43 8.92  8.92  8.713e+36 4.75e-06  1825 
diHPCARP_I.mpmtmpmmd 4.646e+43 9.24  9.24  8.617e+36 4.69e-06  1826 
diHPCARP_I.pmttmmmmd 1.225e+44 9.82  9.82  8.575e+36 4.67e-06  1827 
diHPCARP_I.mttmmttmd 5.946e+44 10.78 10.78 8.367e+36 4.56e-06  1828 
diHPCARP_I.mmttmpmmd 3.860e+44 10.53 10.53 8.304e+36 4.52e-06  1829 
diHPCARP_I.mtmttmtmd 7.063e+44 10.89 10.89 8.179e+36 4.46e-06  1830 
diHPCARP_I.mpptmpptd 2.391e+44 10.25 10.25 8.162e+36 4.45e-06  1831 
diHPCARP_I.pmttpmmpd 1.478e+44 9.97  9.97  8.027e+36 4.37e-06  1832 
diHPCARP_I.mpttmttmd 8.632e+44 11.03 11.03 7.992e+36 4.35e-06  1833 
diHPCARP_I.mmtpmppmd 4.268e+43 9.24  9.24  7.914e+36 4.31e-06  1834 
diHPCARP_I.tmmtpmptd 1.106e+45 11.18 11.18 7.874e+36 4.29e-06  1835 
diHPCARP_I.tmmtmppmd 1.439e+43 8.60  8.60  7.763e+36 4.23e-06  1836 
diHPCARP_I.ttptpmttd 1.647e+44 10.06 10.06 7.744e+36 4.22e-06  1837 
diHPCARP_I.tpptptmpd 1.839e+44 10.13 10.13 7.613e+36 4.15e-06  1838 
diHPCARP_I.mttppmmmd 5.202e+43 9.39  9.39  7.470e+36 4.07e-06  1839 
diHPCARP_I.tpmmmptmd 2.629e+44 10.37 10.37 7.329e+36 3.99e-06  1840 
diHPCARP_I.ttpmttptd 9.750e+43 9.78  9.78  7.296e+36 3.98e-06  1841 
diHPCARP_I.ptmtptptd 5.148e+44 10.78 10.78 7.244e+36 3.95e-06  1842 
diHPCARP_I.tmttmpmpd 4.167e+44 10.65 10.65 7.230e+36 3.94e-06  1843 
diHPCARP_I.tmptpptpd 9.056e+43 9.75  9.75  7.187e+36 3.92e-06  1844 
diHPCARP_I.mmptmttmd 1.020e+45 11.19 11.19 7.185e+36 3.91e-06  1845 
diHPCARP_I.tpmttptmd 1.018e+45 11.21 11.21 6.951e+36 3.79e-06  1846 
diHPCARP_I.mmttppmmd 8.604e+44 11.12 11.12 6.817e+36 3.71e-06  1847 
diHPCARP_I.mmpmpptpd 4.794e+43 9.41  9.41  6.694e+36 3.65e-06  1848 
diHPCARP_I.mmppmpptd 1.407e+44 10.06 10.06 6.607e+36 3.6e-06   1849 
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diHPCARP_I.ppmptpmtd 2.065e+44 10.30 10.30 6.503e+36 3.54e-06  1850 
diHPCARP_I.pttmpmmmd 1.537e+43 8.76  8.76  6.408e+36 3.49e-06  1851 
diHPCARP_I.pmttmmppd 3.056e+44 10.55 10.55 6.344e+36 3.46e-06  1852 
diHPCARP_I.ptmtptppd 5.270e+44 10.90 10.90 6.053e+36 3.3e-06   1853 
diHPCARP_I.mppmmmtpd 1.327e+44 10.11 10.11 5.689e+36 3.1e-06   1854 
diHPCARP_I.pmmtmppmd 8.723e+42 8.50  8.50  5.648e+36 3.08e-06  1855 
diHPCARP_I.mtpmpptpd 2.937e+43 9.23  9.23  5.546e+36 3.02e-06  1856 
diHPCARP_I.pttpmmmmd 2.211e+43 9.07  9.07  5.424e+36 2.95e-06  1857 
diHPCARP_I.mmptttptd 5.760e+44 11.02 11.02 5.421e+36 2.95e-06  1858 
diHPCARP_I.mmmpptpmd 2.714e+43 9.20  9.20  5.399e+36 2.94e-06  1859 
diHPCARP_I.mmptmpppd 7.647e+44 11.19 11.19 5.380e+36 2.93e-06  1860 
diHPCARP_I.mppmmptpd 3.039e+43 9.27  9.27  5.362e+36 2.92e-06  1861 
diHPCARP_I.mpptpmmtd 4.390e+43 9.49  9.49  5.347e+36 2.91e-06  1862 
diHPCARP_I.mmtmppppd 1.202e+44 10.09 10.09 5.346e+36 2.91e-06  1863 
diHPCARP_I.tmmptmtmd 2.240e+44 10.47 10.47 5.315e+36 2.9e-06   1864 
diHPCARP_I.tpttpptmd 8.523e+44 11.27 11.27 5.240e+36 2.86e-06  1865 
diHPCARP_I.tttmmmmpd 1.356e+44 10.18 10.18 5.222e+36 2.85e-06  1866 
diHPCARP_I.mmppmmmpd 3.159e+43 9.31  9.31  5.220e+36 2.84e-06  1867 
diHPCARP_I.tmpmmpmmd 2.187e+44 10.46 10.46 5.208e+36 2.84e-06  1868 
diHPCARP_I.ttpmpptpd 2.668e+43 9.22  9.22  5.139e+36 2.8e-06   1869 
diHPCARP_I.mpmtptttd 1.077e+45 11.43 11.43 5.092e+36 2.77e-06  1870 
diHPCARP_I.pmtmmmmpd 1.119e+44 10.09 10.09 4.963e+36 2.7e-06   1871 
diHPCARP_I.tpmpptppd 1.515e+44 10.28 10.28 4.883e+36 2.66e-06  1872 
diHPCARP_I.ptppmmppd 1.707e+44 10.36 10.36 4.874e+36 2.66e-06  1873 
diHPCARP_I.mtpptmmpd 4.907e+43 9.63  9.63  4.770e+36 2.6e-06   1874 
diHPCARP_I.tmmttmptd 6.136e+44 11.13 11.13 4.763e+36 2.6e-06   1875 
diHPCARP_I.pmtmpmptd 8.744e+43 9.97  9.97  4.748e+36 2.59e-06  1876 
diHPCARP_I.ptpttmptd 5.750e+44 11.10 11.10 4.718e+36 2.57e-06  1877 
diHPCARP_I.tttppmmmd 4.178e+43 9.54  9.54  4.685e+36 2.55e-06  1878 
diHPCARP_I.tmpmpmptd 1.036e+44 10.08 10.08 4.678e+36 2.55e-06  1879 
diHPCARP_I.pmttpmppd 1.841e+44 10.43 10.43 4.676e+36 2.55e-06  1880 
diHPCARP_I.ttmtpmtmd 2.457e+44 10.60 10.60 4.671e+36 2.54e-06  1881 
diHPCARP_I.mmmppppmd 2.339e+43 9.20  9.20  4.668e+36 2.54e-06  1882 
diHPCARP_I.ttpttmmmd 5.680e+43 9.75  9.75  4.470e+36 2.44e-06  1883 
diHPCARP_I.mmppmpttd 2.030e+44 10.53 10.53 4.328e+36 2.36e-06  1884 
diHPCARP_I.ttptppppd 1.736e+44 10.44 10.44 4.328e+36 2.36e-06  1885 
diHPCARP_I.pmmtpmmtd 2.597e+44 10.69 10.69 4.248e+36 2.31e-06  1886 
diHPCARP_I.tmmmmptmd 1.372e+44 10.31 10.31 4.203e+36 2.29e-06  1887 
diHPCARP_I.ppmmtpttd 2.749e+44 10.75 10.75 4.036e+36 2.2e-06   1888 
diHPCARP_I.pmpppttmd 1.150e+44 10.24 10.24 3.975e+36 2.17e-06  1889 
diHPCARP_I.ptpppmmmd 1.946e+43 9.19  9.19  3.915e+36 2.13e-06  1890 
diHPCARP_I.tmptppmpd 2.226e+43 9.27  9.27  3.911e+36 2.13e-06  1891 
diHPCARP_I.pmmppptmd 1.335e+44 10.36 10.36 3.817e+36 2.08e-06  1892 
diHPCARP_I.tpmptpmtd 2.426e+44 10.73 10.73 3.699e+36 2.02e-06  1893 
diHPCARP_I.ptmtmtppd 3.547e+44 10.96 10.96 3.682e+36 2.01e-06  1894 
diHPCARP_I.tmmptmttd 1.278e+44 10.38 10.38 3.530e+36 1.92e-06  1895 
diHPCARP_I.mmmppmptd 9.400e+43 10.19 10.19 3.524e+36 1.92e-06  1896 
diHPCARP_I.mppmptmpd 2.553e+43 9.43  9.43  3.458e+36 1.88e-06  1897 
diHPCARP_I.tmptmpmmd 7.875e+43 10.12 10.12 3.363e+36 1.83e-06  1898 
diHPCARP_I.tmppmmpmd 2.052e+43 9.32  9.32  3.350e+36 1.82e-06  1899 
diHPCARP_I.mpmtpttmd 4.933e+44 11.22 11.22 3.328e+36 1.81e-06  1900 
diHPCARP_I.mpmmtmmtd 2.283e+44 10.77 10.77 3.262e+36 1.78e-06  1901 
diHPCARP_I.mpttmptmd 8.930e+44 11.60 11.60 3.172e+36 1.73e-06  1902 
diHPCARP_I.mpmtpmppd 3.151e+44 10.99 10.99 3.128e+36 1.7e-06   1903 
diHPCARP_I.ttmttmtmd 3.720e+44 11.09 11.09 3.084e+36 1.68e-06  1904 
diHPCARP_I.mpmtptppd 1.174e+44 10.41 10.41 3.081e+36 1.68e-06  1905 
diHPCARP_I.ppmttpptd 3.045e+44 10.98 10.98 3.031e+36 1.65e-06  1906 
diHPCARP_I.ptpttmtpd 5.544e+44 11.34 11.34 3.024e+36 1.65e-06  1907 
diHPCARP_I.ppmttpppd 1.654e+44 10.64 10.64 2.959e+36 1.61e-06  1908 
diHPCARP_I.mtmmmmppd 1.310e+44 10.54 10.54 2.733e+36 1.49e-06  1909 
diHPCARP_I.mttmpmppd 8.911e+43 10.34 10.34 2.615e+36 1.42e-06  1910 
diHPCARP_I.tttppmtpd 6.724e+43 10.18 10.18 2.592e+36 1.41e-06  1911 
diHPCARP_I.pppmmpmpd 8.061e+43 10.30 10.30 2.536e+36 1.38e-06  1912 
diHPCARP_I.mtmppmtmd 2.444e+44 10.98 10.98 2.457e+36 1.34e-06  1913 
diHPCARP_I.mttttmmmd 7.618e+43 10.29 10.29 2.430e+36 1.32e-06  1914 
diHPCARP_I.mpmtpptpd 1.481e+45 12.06 12.06 2.429e+36 1.32e-06  1915 
diHPCARP_I.mmmtpmptd 3.987e+44 11.29 11.29 2.375e+36 1.29e-06  1916 
diHPCARP_I.mmmppmmtd 3.790e+43 9.89  9.89  2.372e+36 1.29e-06  1917 
diHPCARP_I.pppptmmpd 6.028e+43 10.18 10.18 2.307e+36 1.26e-06  1918 
diHPCARP_I.mppmmpmmd 3.009e+43 9.79  9.79  2.228e+36 1.21e-06  1919 
diHPCARP_I.mmmppmppd 8.199e+43 10.40 10.40 2.165e+36 1.18e-06  1920 
diHPCARP_I.pmmtpmttd 2.607e+44 11.10 11.10 2.144e+36 1.17e-06  1921 
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diHPCARP_I.ttpmmmtpd 5.133e+43 10.13 10.13 2.139e+36 1.17e-06  1922 
diHPCARP_I.mpmtptmtd 5.928e+44 11.61 11.61 2.082e+36 1.13e-06  1923 
diHPCARP_I.mpmtmmmtd 5.642e+43 10.21 10.21 2.068e+36 1.13e-06  1924 
diHPCARP_I.tpmmmpttd 2.970e+44 11.21 11.21 2.024e+36 1.1e-06   1925 
diHPCARP_I.pmtmpmppd 6.333e+43 10.29 10.29 2.019e+36 1.1e-06   1926 
diHPCARP_I.mmmptmppd 2.857e+44 11.19 11.19 2.000e+36 1.09e-06  1927 
diHPCARP_I.mttppmppd 7.684e+44 11.80 11.80 1.953e+36 1.06e-06  1928 
diHPCARP_I.pmmppmppd 1.638e+43 9.51  9.51  1.934e+36 1.05e-06  1929 
diHPCARP_I.tpmttpttd 7.434e+44 11.80 11.80 1.889e+36 1.03e-06  1930 
diHPCARP_I.mppmttppd 2.105e+44 11.06 11.06 1.847e+36 1.01e-06  1931 
diHPCARP_I.tpptppmpd 6.708e+43 10.38 10.38 1.844e+36 1e-06     1932 
diHPCARP_I.mmptpptpd 1.037e+44 10.65 10.65 1.798e+36 9.8e-07   1933 
diHPCARP_I.ppmttpttd 5.228e+44 11.63 11.63 1.776e+36 9.67e-07  1934 
diHPCARP_I.pmmtpppmd 7.696e+43 10.49 10.49 1.755e+36 9.56e-07  1935 
diHPCARP_I.ttmmmmppd 2.436e+44 11.18 11.18 1.755e+36 9.56e-07  1936 
diHPCARP_I.pmpmpmmpd 1.200e+43 9.39  9.39  1.738e+36 9.47e-07  1937 
diHPCARP_I.tttttmmmd 7.013e+43 10.45 10.45 1.700e+36 9.26e-07  1938 
diHPCARP_I.mppmmmtmd 4.825e+43 10.24 10.24 1.662e+36 9.06e-07  1939 
diHPCARP_I.mmtmttpmd 8.234e+43 10.57 10.57 1.644e+36 8.96e-07  1940 
diHPCARP_I.mtpmpptmd 7.783e+43 10.54 10.54 1.633e+36 8.9e-07   1941 
diHPCARP_I.ttpmtmmpd 5.451e+43 10.34 10.34 1.604e+36 8.74e-07  1942 
diHPCARP_I.tttmmmpmd 2.906e+44 11.34 11.34 1.603e+36 8.73e-07  1943 
diHPCARP_I.tmppmmmpd 4.600e+43 10.27 10.27 1.512e+36 8.24e-07  1944 
diHPCARP_I.mttmtppmd 9.820e+43 10.73 10.73 1.502e+36 8.18e-07  1945 
diHPCARP_I.pmttmmmpd 1.362e+44 10.93 10.93 1.477e+36 8.05e-07  1946 
diHPCARP_I.pmmptmttd 2.479e+44 11.30 11.30 1.458e+36 7.94e-07  1947 
diHPCARP_I.mmmttmptd 3.963e+44 11.58 11.58 1.448e+36 7.89e-07  1948 
diHPCARP_I.pmmtpmtmd 3.720e+44 11.55 11.55 1.439e+36 7.84e-07  1949 
diHPCARP_I.tmpptmpmd 9.089e+42 9.39  9.39  1.321e+36 7.2e-07   1950 
diHPCARP_I.tmttpptmd 3.141e+44 11.52 11.52 1.267e+36 6.91e-07  1951 
diHPCARP_I.tmmppmptd 1.488e+44 11.08 11.08 1.265e+36 6.89e-07  1952 
diHPCARP_I.mmmptmptd 1.197e+44 10.97 10.97 1.223e+36 6.66e-07  1953 
diHPCARP_I.mpmtttmtd 3.450e+44 11.60 11.60 1.217e+36 6.63e-07  1954 
diHPCARP_I.ttpmpptmd 6.439e+43 10.62 10.62 1.188e+36 6.47e-07  1955 
diHPCARP_I.tttmtppmd 7.768e+43 10.75 10.75 1.140e+36 6.21e-07  1956 
diHPCARP_I.pttttmpmd 2.016e+44 11.37 11.37 1.055e+36 5.75e-07  1957 
diHPCARP_I.tpmptpttd 3.788e+44 11.76 11.76 1.033e+36 5.63e-07  1958 
diHPCARP_I.ttpmmmmmd 1.707e+43 9.91  9.91  1.032e+36 5.62e-07  1959 
diHPCARP_I.tmmptmptd 1.857e+44 11.34 11.34 1.019e+36 5.55e-07  1960 
diHPCARP_I.ptpttmmmd 6.999e+43 10.78 10.78 9.849e+35 5.37e-07  1961 
diHPCARP_I.tttmmpmpd 2.539e+43 10.19 10.19 9.595e+35 5.23e-07  1962 
diHPCARP_I.tpptptmtd 6.115e+43 10.73 10.73 9.351e+35 5.09e-07  1963 
diHPCARP_I.tmttmptmd 4.272e+44 11.95 11.95 8.474e+35 4.62e-07  1964 
diHPCARP_I.tmmptmppd 1.784e+44 11.43 11.43 8.412e+35 4.58e-07  1965 
diHPCARP_I.pmttpmtmd 5.904e+44 12.15 12.15 8.290e+35 4.52e-07  1966 
diHPCARP_I.tttptmppd 5.864e+44 12.16 12.16 8.159e+35 4.45e-07  1967 
diHPCARP_I.tmppmpmtd 4.939e+43 10.72 10.72 7.625e+35 4.15e-07  1968 
diHPCARP_I.mtpmppmmd 1.263e+43 9.93  9.93  7.412e+35 4.04e-07  1969 
diHPCARP_I.mppmmmmmd 4.589e+43 10.75 10.75 6.771e+35 3.69e-07  1970 
diHPCARP_I.mtmttmppd 3.126e+44 11.91 11.91 6.613e+35 3.6e-07   1971 
diHPCARP_I.ptptmmmmd 6.889e+43 11.03 11.03 6.373e+35 3.47e-07  1972 
diHPCARP_I.pmtpmppmd 3.201e+43 10.60 10.60 6.114e+35 3.33e-07  1973 
diHPCARP_I.mmmptmpmd 2.251e+44 11.76 11.76 6.097e+35 3.32e-07  1974 
diHPCARP_I.tmmtpppmd 7.816e+43 11.13 11.13 6.050e+35 3.3e-07   1975 
diHPCARP_I.pttmmmmmd 2.488e+43 10.46 10.46 5.991e+35 3.26e-07  1976 
diHPCARP_I.mppmmpppd 8.948e+43 11.24 11.24 5.776e+35 3.15e-07  1977 
diHPCARP_I.mtmtpmppd 1.562e+44 11.58 11.58 5.680e+35 3.09e-07  1978 
diHPCARP_I.ptpmmmmmd 5.574e+43 10.98 10.98 5.625e+35 3.06e-07  1979 
diHPCARP_I.tmptmmmpd 9.318e+43 11.29 11.29 5.559e+35 3.03e-07  1980 
diHPCARP_I.pmmtpmptd 2.210e+44 11.84 11.84 5.197e+35 2.83e-07  1981 
diHPCARP_I.ttttmmtpd 9.497e+43 11.35 11.35 5.119e+35 2.79e-07  1982 
diHPCARP_I.tppmmtmpd 7.214e+43 11.19 11.19 5.066e+35 2.76e-07  1983 
diHPCARP_I.ttpmppmmd 1.000e+43 10.03 10.03 4.924e+35 2.68e-07  1984 
diHPCARP_I.mttmmpmpd 3.675e+43 10.81 10.81 4.879e+35 2.66e-07  1985 
diHPCARP_I.tttmpmppd 5.228e+43 11.03 11.03 4.825e+35 2.63e-07  1986 
diHPCARP_I.ttmppptmd 1.047e+44 11.49 11.49 4.464e+35 2.43e-07  1987 
diHPCARP_I.mmttpmpmd 1.930e+44 11.86 11.86 4.445e+35 2.42e-07  1988 
diHPCARP_I.ptmppmtmd 1.196e+44 11.59 11.59 4.326e+35 2.36e-07  1989 
diHPCARP_I.mmpttmpmd 6.400e+43 11.23 11.23 4.205e+35 2.29e-07  1990 
diHPCARP_I.tpmptpppd 1.637e+44 11.80 11.80 4.167e+35 2.27e-07  1991 
diHPCARP_I.mmptpppmd 2.131e+43 10.59 10.59 4.083e+35 2.22e-07  1992 
diHPCARP_I.pttppmmmd 7.223e+43 11.32 11.32 4.073e+35 2.22e-07  1993 
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diHPCARP_I.mttpmmppd 7.103e+43 11.36 11.36 3.757e+35 2.05e-07  1994 
diHPCARP_I.mmttpptmd 7.106e+44 12.77 12.77 3.563e+35 1.94e-07  1995 
diHPCARP_I.mmpmmptpd 4.677e+43 11.16 11.16 3.439e+35 1.87e-07  1996 
diHPCARP_I.mmpmmmmpd 4.759e+43 11.21 11.21 3.267e+35 1.78e-07  1997 
diHPCARP_I.tpmpppppd 7.690e+43 11.51 11.51 3.181e+35 1.73e-07  1998 
diHPCARP_I.tttptmtmd 5.946e+44 12.74 12.74 3.092e+35 1.68e-07  1999 
diHPCARP_I.tmpmpmpmd 3.715e+43 11.16 11.16 2.775e+35 1.51e-07  2000 
diHPCARP_I.pmppptmpd 1.345e+44 11.94 11.94 2.696e+35 1.47e-07  2001 
diHPCARP_I.ttmtpmppd 2.923e+44 12.40 12.40 2.689e+35 1.46e-07  2002 
diHPCARP_I.pttmmtmpd 2.556e+43 10.96 10.96 2.659e+35 1.45e-07  2003 
diHPCARP_I.mmpppmpmd 3.525e+43 11.16 11.16 2.596e+35 1.41e-07  2004 
diHPCARP_I.tmptmptpd 1.591e+44 12.12 12.12 2.364e+35 1.29e-07  2005 
diHPCARP_I.mmpmppptd 2.923e+44 12.49 12.49 2.345e+35 1.28e-07  2006 
diHPCARP_I.mttmtmppd 8.373e+44 13.19 13.19 2.051e+35 1.12e-07  2007 
diHPCARP_I.mttptmtmd 4.847e+44 12.87 12.87 2.049e+35 1.12e-07  2008 
diHPCARP_I.ttmttmppd 3.706e+44 12.71 12.71 2.046e+35 1.11e-07  2009 
diHPCARP_I.ttttpmtpd 9.330e+43 11.89 11.89 2.031e+35 1.11e-07  2010 
diHPCARP_I.mmttmptmd 9.935e+44 13.31 13.31 1.985e+35 1.08e-07  2011 
diHPCARP_I.mttttmtmd 1.059e+45 13.37 13.37 1.936e+35 1.05e-07  2012 
diHPCARP_I.pmppmmmpd 2.695e+43 11.22 11.22 1.808e+35 9.85e-08  2013 
diHPCARP_I.pmmptmptd 4.192e+44 12.91 12.91 1.655e+35 9.02e-08  2014 
diHPCARP_I.tmpmmmmpd 3.404e+43 11.44 11.44 1.581e+35 8.62e-08  2015 
diHPCARP_I.mppmmpptd 6.575e+43 11.85 11.85 1.543e+35 8.41e-08  2016 
diHPCARP_I.mmptmmmpd 7.686e+43 11.97 11.97 1.457e+35 7.94e-08  2017 
diHPCARP_I.mtttpmppd 2.108e+44 12.62 12.62 1.355e+35 7.38e-08  2018 
diHPCARP_I.mttttmppd 3.760e+44 13.01 13.01 1.256e+35 6.84e-08  2019 
diHPCARP_I.mmtmmmpmd 2.075e+44 12.80 12.80 9.780e+34 5.33e-08  2020 
diHPCARP_I.pttttmmmd 1.107e+44 12.43 12.43 9.736e+34 5.3e-08   2021 
diHPCARP_I.tttttmtmd 5.891e+44 13.45 13.45 9.355e+34 5.1e-08   2022 
diHPCARP_I.tttttmppd 6.757e+44 13.59 13.59 8.440e+34 4.6e-08   2023 
diHPCARP_I.mtpmppppd 4.007e+43 11.96 11.96 7.774e+34 4.24e-08  2024 
diHPCARP_I.tmpttmpmd 2.040e+44 13.03 13.03 6.601e+34 3.6e-08   2025 
diHPCARP_I.ptpmppmmd 1.131e+43 11.35 11.35 6.057e+34 3.3e-08   2026 
diHPCARP_I.ttttpmppd 2.047e+44 13.20 13.20 4.968e+34 2.71e-08  2027 
diHPCARP_I.tmptpppmd 2.562e+43 11.97 11.97 4.899e+34 2.67e-08  2028 
diHPCARP_I.mtmppmptd 2.058e+44 13.25 13.25 4.583e+34 2.5e-08   2029 
diHPCARP_I.tttmtmppd 3.284e+44 13.75 13.75 3.152e+34 1.72e-08  2030 
diHPCARP_I.ttpmppppd 3.639e+43 12.46 12.46 3.040e+34 1.66e-08  2031 
diHPCARP_I.tmpttpptd 1.087e+45 14.51 14.51 2.915e+34 1.59e-08  2032 
diHPCARP_I.mmpmmmpmd 2.291e+43 12.23 12.23 2.800e+34 1.53e-08  2033 
diHPCARP_I.tmpmmmttd 1.474e+44 13.36 13.36 2.722e+34 1.48e-08  2034 
diHPCARP_I.tmppppptd 9.075e+44 14.58 14.58 2.157e+34 1.18e-08  2035 
diHPCARP_I.mmpmmmttd 1.418e+44 13.97 13.97 9.462e+33 5.16e-09  2036 
diHPCARP_I.mmpttpptd 8.572e+44 15.17 15.17 7.679e+33 4.18e-09  2037 
diHPCARP_I.tmpmmptpd 3.317e+43 13.81 13.81 2.880e+33 1.57e-09  2038 
diHPCARP_I.tmpmmmptd 3.940e+44 15.33 15.33 2.699e+33 1.47e-09  2039 
diHPCARP_I.tmpmmmpmd 9.937e+43 14.72 14.72 1.872e+33 1.02e-09  2040 
diHPCARP_I.tmpmmppmd 3.145e+43 14.95 14.95 4.056e+32 2.21e-10  2041 
diHPCARP_I.mmpmmpmpd 7.054e+43 15.81 15.81 2.133e+32 1.16e-10  2042 
diHPCARP_I.mmpmmpmmd 3.101e+43 15.83 15.83 9.044e+31 4.93e-11  2043 
diHPCARP_I.pmpppmmpd 9.036e+43 17.31 17.31 2.201e+31 1.2e-11   2044 
Total                                      1.835e+44 100       2045 
 2046 
 2047 
 2048 
(2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 2049 
============================================================== 2050 
 2051 
Population analysis at 300K. Vibrational scaling: 0.971.  2052 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 2053 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 2054 
%: contribution to the population (with current data set assumed 100%) 2055 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         2056 
--------------------------------------------------------------- 2057 
diHPCARP_Ib.mmmmptmpd 1.894e+43 0.00  0.00  1.894e+43 18.7      2058 
diHPCARP_Ib.pmppmttmd 1.682e+43 0.63  0.63  5.894e+42 5.83      2059 
diHPCARP_Ib.pmppmtmmd 2.764e+43 1.09  1.09  4.462e+42 4.41      2060 
diHPCARP_Ib.ppmmppmpd 1.103e+43 0.56  0.56  4.323e+42 4.28      2061 
diHPCARP_Ib.pmmmptmmd 8.734e+42 0.45  0.45  4.124e+42 4.08      2062 
diHPCARP_Ib.pmppmtpmd 3.371e+43 1.26  1.26  4.055e+42 4.01      2063 
diHPCARP_Ib.tmmmpttpd 3.941e+43 1.61  1.61  2.645e+42 2.62      2064 
diHPCARP_Ib.ppmmppppd 1.322e+43 1.11  1.11  2.041e+42 2.02      2065 
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diHPCARP_Ib.tmmmptmpd 3.327e+43 1.67  1.67  2.026e+42 2         2066 
diHPCARP_Ib.mmmmpttmd 5.201e+43 1.95  1.95  1.981e+42 1.96      2067 
diHPCARP_Ib.mmmmptpmd 3.825e+43 1.77  1.77  1.962e+42 1.94      2068 
diHPCARP_Ib.ppmmmttmd 5.606e+43 2.00  2.00  1.954e+42 1.93      2069 
diHPCARP_Ib.mmpmpttpd 2.628e+43 1.57  1.57  1.885e+42 1.86      2070 
diHPCARP_Ib.mmmmpttpd 3.404e+43 1.78  1.78  1.731e+42 1.71      2071 
diHPCARP_Ib.tmmmptppd 2.983e+43 1.70  1.70  1.724e+42 1.71      2072 
diHPCARP_Ib.mmpmptppd 3.281e+43 1.80  1.80  1.611e+42 1.59      2073 
diHPCARP_Ib.ppmmmtmmd 2.897e+43 1.75  1.75  1.539e+42 1.52      2074 
diHPCARP_Ib.pptpmptpd 3.271e+43 1.86  1.86  1.442e+42 1.43      2075 
diHPCARP_Ib.tmmmpttmd 5.319e+43 2.17  2.17  1.406e+42 1.39      2076 
diHPCARP_Ib.ppmmpptpd 2.566e+43 1.78  1.78  1.289e+42 1.27      2077 
diHPCARP_Ib.tmmmptmmd 4.820e+43 2.25  2.25  1.114e+42 1.1       2078 
diHPCARP_Ib.mmmmptppd 2.772e+43 1.94  1.94  1.074e+42 1.06      2079 
diHPCARP_Ib.mmpmptmpd 2.139e+43 1.79  1.79  1.054e+42 1.04      2080 
diHPCARP_Ib.mttpmtppd 1.682e+44 3.04  3.04  1.020e+42 1.01      2081 
diHPCARP_Ib.tmmmptpmd 3.815e+43 2.30  2.30  8.077e+41 0.799     2082 
diHPCARP_Ib.mtpmptppd 1.265e+43 1.64  1.64  8.041e+41 0.795     2083 
diHPCARP_Ib.pmptmttmd 7.082e+43 2.68  2.68  7.925e+41 0.784     2084 
diHPCARP_Ib.pmmmptmpd 4.817e+43 2.46  2.46  7.785e+41 0.77      2085 
diHPCARP_Ib.pmtpptmmd 7.326e+43 2.74  2.74  7.445e+41 0.736     2086 
diHPCARP_Ib.mtmmptppd 2.971e+44 3.58  3.58  7.296e+41 0.722     2087 
diHPCARP_Ib.ptppmtpmd 1.281e+43 1.72  1.72  7.156e+41 0.708     2088 
diHPCARP_Ib.ppppmpppd 2.060e+44 3.45  3.45  6.268e+41 0.62      2089 
diHPCARP_Ib.ppppppppd 1.632e+44 3.35  3.35  5.953e+41 0.589     2090 
diHPCARP_Ib.mmppmtppd 2.788e+43 2.36  2.36  5.346e+41 0.529     2091 
diHPCARP_Ib.mttpptppd 1.052e+44 3.18  3.18  5.061e+41 0.501     2092 
diHPCARP_Ib.pmmmptppd 3.468e+43 2.52  2.52  5.025e+41 0.497     2093 
diHPCARP_Ib.pmmmpttpd 3.907e+43 2.60  2.60  4.987e+41 0.493     2094 
diHPCARP_Ib.pmtpmttmd 1.681e+44 3.47  3.47  4.956e+41 0.49      2095 
diHPCARP_Ib.mmppmmtmd 5.271e+43 2.80  2.80  4.833e+41 0.478     2096 
diHPCARP_Ib.ppmpmptmd 2.658e+43 2.41  2.41  4.628e+41 0.458     2097 
diHPCARP_Ib.pmtpmtmmd 9.512e+43 3.24  3.24  4.174e+41 0.413     2098 
diHPCARP_Ib.pppppptpd 8.321e+43 3.19  3.19  3.954e+41 0.391     2099 
diHPCARP_Ib.pmpppttmd 6.101e+43 3.03  3.03  3.760e+41 0.372     2100 
diHPCARP_Ib.pmptmtpmd 6.305e+43 3.06  3.06  3.691e+41 0.365     2101 
diHPCARP_Ib.ppmpmpmpd 1.712e+43 2.29  2.29  3.657e+41 0.362     2102 
diHPCARP_Ib.mmpppmtpd 9.026e+43 3.30  3.30  3.586e+41 0.355     2103 
diHPCARP_Ib.ptppmttmd 2.212e+43 2.51  2.51  3.273e+41 0.324     2104 
diHPCARP_Ib.mmppmttpd 2.405e+43 2.60  2.60  3.076e+41 0.304     2105 
diHPCARP_Ib.mtmmmtppd 8.707e+43 3.38  3.38  3.027e+41 0.299     2106 
diHPCARP_Ib.mmpppttpd 5.544e+43 3.11  3.11  3.013e+41 0.298     2107 
diHPCARP_Ib.pptmpptpd 1.482e+44 3.76  3.76  2.699e+41 0.267     2108 
diHPCARP_Ib.tmmmmmtmd 8.440e+43 3.43  3.43  2.664e+41 0.264     2109 
diHPCARP_Ib.pmmmmmtpd 5.889e+43 3.22  3.22  2.664e+41 0.263     2110 
diHPCARP_Ib.mmtpmtmpd 1.359e+44 3.72  3.72  2.636e+41 0.261     2111 
diHPCARP_Ib.pptpmttpd 6.675e+43 3.35  3.35  2.417e+41 0.239     2112 
diHPCARP_Ib.ppmpmptpd 1.907e+43 2.61  2.61  2.394e+41 0.237     2113 
diHPCARP_Ib.mmtpptmpd 1.215e+44 3.72  3.72  2.386e+41 0.236     2114 
diHPCARP_Ib.pptpppppd 1.467e+44 3.87  3.87  2.239e+41 0.222     2115 
diHPCARP_Ib.tpmmpmmmd 1.145e+43 2.35  2.35  2.238e+41 0.221     2116 
diHPCARP_Ib.mtmpptmpd 1.332e+44 3.82  3.82  2.192e+41 0.217     2117 
diHPCARP_Ib.pptpppmpd 2.142e+44 4.11  4.11  2.187e+41 0.216     2118 
diHPCARP_Ib.pmtpmttpd 5.991e+43 3.35  3.35  2.172e+41 0.215     2119 
diHPCARP_Ib.mtppmpppd 1.319e+43 2.47  2.47  2.099e+41 0.208     2120 
diHPCARP_Ib.tmtpmttpd 1.064e+44 3.72  3.72  2.061e+41 0.204     2121 
diHPCARP_Ib.pptpmpppd 1.584e+44 3.98  3.98  1.997e+41 0.198     2122 
diHPCARP_Ib.pmtpmppmd 7.926e+43 3.58  3.58  1.944e+41 0.192     2123 
diHPCARP_Ib.pmtmmtmmd 5.070e+43 3.32  3.32  1.936e+41 0.191     2124 
diHPCARP_Ib.mmmmptmmd 3.655e+43 3.14  3.14  1.892e+41 0.187     2125 
diHPCARP_Ib.mttpmtmpd 1.042e+44 3.78  3.78  1.831e+41 0.181     2126 
diHPCARP_Ib.pmmmmmppd 5.206e+43 3.38  3.38  1.794e+41 0.177     2127 
diHPCARP_Ib.tmtpmmtmd 3.315e+43 3.13  3.13  1.743e+41 0.172     2128 
diHPCARP_Ib.ppmpmpmmd 2.275e+43 2.93  2.93  1.664e+41 0.165     2129 
diHPCARP_Ib.tmtpmttmd 2.607e+44 4.39  4.39  1.650e+41 0.163     2130 
diHPCARP_Ib.pptpppmmd 4.690e+43 3.37  3.37  1.640e+41 0.162     2131 
diHPCARP_Ib.pptpmtmmd 4.529e+43 3.37  3.37  1.586e+41 0.157     2132 
diHPCARP_Ib.mtpmpttpd 1.331e+44 4.02  4.02  1.576e+41 0.156     2133 
diHPCARP_Ib.tmmmmmpmd 8.744e+43 3.78  3.78  1.544e+41 0.153     2134 
diHPCARP_Ib.ppppmptpd 8.309e+43 3.75  3.75  1.540e+41 0.152     2135 
diHPCARP_Ib.mtmmmtmpd 1.687e+44 4.20  4.20  1.482e+41 0.147     2136 
diHPCARP_Ib.mmppmtmpd 1.387e+43 2.73  2.73  1.434e+41 0.142     2137 
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diHPCARP_Ib.mmptpttpd 2.134e+44 4.37  4.37  1.408e+41 0.139     2138 
diHPCARP_Ib.pmppptpmd 7.998e+43 3.78  3.78  1.400e+41 0.138     2139 
diHPCARP_Ib.ppmtpttmd 6.666e+43 3.69  3.69  1.371e+41 0.136     2140 
diHPCARP_Ib.pttpmtpmd 5.393e+44 4.94  4.94  1.370e+41 0.136     2141 
diHPCARP_Ib.mttpptmpd 7.432e+43 3.76  3.76  1.363e+41 0.135     2142 
diHPCARP_Ib.tmmmmtmpd 2.527e+44 4.50  4.50  1.330e+41 0.132     2143 
diHPCARP_Ib.ppmpmpppd 1.400e+43 2.78  2.78  1.330e+41 0.132     2144 
diHPCARP_Ib.tpmmpmpmd 1.452e+43 2.82  2.82  1.281e+41 0.127     2145 
diHPCARP_Ib.mmptmttpd 1.110e+44 4.05  4.05  1.251e+41 0.124     2146 
diHPCARP_Ib.mmtpmttmd 5.106e+43 3.59  3.59  1.234e+41 0.122     2147 
diHPCARP_Ib.ppmtmmppd 6.522e+43 3.75  3.75  1.201e+41 0.119     2148 
diHPCARP_Ib.tpmmpmtmd 2.754e+43 3.24  3.24  1.194e+41 0.118     2149 
diHPCARP_Ib.pmtmptmmd 3.268e+43 3.36  3.36  1.165e+41 0.115     2150 
diHPCARP_Ib.mttmmtppd 1.153e+44 4.15  4.15  1.090e+41 0.108     2151 
diHPCARP_Ib.pptmmpppd 2.779e+44 4.68  4.68  1.075e+41 0.106     2152 
diHPCARP_Ib.tmmmmttpd 2.332e+44 4.58  4.58  1.070e+41 0.106     2153 
diHPCARP_Ib.mmtpmttpd 4.901e+43 3.66  3.66  1.064e+41 0.105     2154 
diHPCARP_Ib.ppmppptmd 8.126e+43 3.96  3.96  1.064e+41 0.105     2155 
diHPCARP_Ib.ppmtptmmd 3.708e+43 3.49  3.49  1.058e+41 0.105     2156 
diHPCARP_Ib.mmpppmppd 8.858e+43 4.04  4.04  1.005e+41 0.0994    2157 
diHPCARP_Ib.tptpmmtmd 4.007e+43 3.58  3.58  9.962e+40 0.0985    2158 
diHPCARP_Ib.pptpmmmpd 1.253e+44 4.28  4.28  9.616e+40 0.0951    2159 
diHPCARP_Ib.pptmppppd 4.624e+43 3.69  3.69  9.470e+40 0.0937    2160 
diHPCARP_Ib.tmmmmmmmd 8.746e+43 4.08  4.08  9.396e+40 0.0929    2161 
diHPCARP_Ib.pptppptmd 6.353e+43 3.90  3.90  9.157e+40 0.0906    2162 
diHPCARP_Ib.pptmmpmpd 2.129e+44 4.63  4.63  9.002e+40 0.089     2163 
diHPCARP_Ib.pmptmtmmd 4.334e+43 3.69  3.69  8.885e+40 0.0879    2164 
diHPCARP_Ib.mttpmttpd 6.410e+43 3.94  3.94  8.683e+40 0.0859    2165 
diHPCARP_Ib.pmmmmmmpd 3.987e+43 3.66  3.66  8.588e+40 0.0849    2166 
diHPCARP_Ib.mmppptppd 4.275e+43 3.71  3.71  8.452e+40 0.0836    2167 
diHPCARP_Ib.ppptmpppd 2.904e+44 4.87  4.87  8.261e+40 0.0817    2168 
diHPCARP_Ib.ptppmttpd 2.665e+43 3.45  3.45  8.225e+40 0.0814    2169 
diHPCARP_Ib.ppmmpttmd 6.811e+43 4.01  4.01  8.118e+40 0.0803    2170 
diHPCARP_Ib.tmtpmmpmd 1.205e+44 4.36  4.36  8.089e+40 0.08      2171 
diHPCARP_Ib.ttpmpttpd 2.868e+43 3.50  3.50  8.062e+40 0.0797    2172 
diHPCARP_Ib.ppmtmmtpd 4.185e+43 3.73  3.73  8.034e+40 0.0795    2173 
diHPCARP_Ib.mtpppmppd 1.300e+43 3.06  3.06  7.644e+40 0.0756    2174 
diHPCARP_Ib.tpmpmmtmd 2.405e+43 3.43  3.43  7.619e+40 0.0754    2175 
diHPCARP_Ib.tmtppmpmd 1.353e+44 4.47  4.47  7.522e+40 0.0744    2176 
diHPCARP_Ib.tttpmttmd 3.478e+43 3.66  3.66  7.520e+40 0.0744    2177 
diHPCARP_Ib.mmmtmtmpd 1.691e+43 3.24  3.24  7.424e+40 0.0734    2178 
diHPCARP_Ib.pmtpmmtpd 2.636e+43 3.52  3.52  7.177e+40 0.071     2179 
diHPCARP_Ib.tmppmttpd 5.807e+43 3.99  3.99  7.177e+40 0.071     2180 
diHPCARP_Ib.ppmpmttmd 3.233e+43 3.68  3.68  6.704e+40 0.0663    2181 
diHPCARP_Ib.ttmmmtmpd 1.518e+44 4.61  4.61  6.693e+40 0.0662    2182 
diHPCARP_Ib.mmtmptmpd 6.789e+43 4.15  4.15  6.419e+40 0.0635    2183 
diHPCARP_Ib.tttpmttpd 3.445e+43 3.75  3.75  6.356e+40 0.0629    2184 
diHPCARP_Ib.tmppmtppd 8.139e+43 4.28  4.28  6.211e+40 0.0614    2185 
diHPCARP_Ib.pttpmttmd 4.031e+43 3.87  3.87  6.093e+40 0.0603    2186 
diHPCARP_Ib.mmtmmtmpd 1.567e+44 4.68  4.68  6.064e+40 0.06      2187 
diHPCARP_Ib.ppmmmmpmd 8.279e+43 4.32  4.32  5.923e+40 0.0586    2188 
diHPCARP_Ib.mtttptppd 1.344e+44 4.61  4.61  5.889e+40 0.0583    2189 
diHPCARP_Ib.tpmpmmmmd 2.147e+43 3.53  3.53  5.779e+40 0.0572    2190 
diHPCARP_Ib.ppmtmttmd 8.884e+43 4.38  4.38  5.736e+40 0.0567    2191 
diHPCARP_Ib.pptpmpmpd 6.551e+43 4.21  4.21  5.601e+40 0.0554    2192 
diHPCARP_Ib.ppptmptpd 2.113e+44 4.91  4.91  5.571e+40 0.0551    2193 
diHPCARP_Ib.ptmmmtpmd 1.701e+44 4.78  4.78  5.564e+40 0.055     2194 
diHPCARP_Ib.mmmmmtpmd 1.196e+44 4.58  4.58  5.477e+40 0.0542    2195 
diHPCARP_Ib.ttppmttmd 5.406e+43 4.11  4.11  5.454e+40 0.0539    2196 
diHPCARP_Ib.tmmmpmpmd 3.320e+43 3.83  3.83  5.342e+40 0.0528    2197 
diHPCARP_Ib.tmmmmttmd 3.263e+44 5.20  5.20  5.319e+40 0.0526    2198 
diHPCARP_Ib.ptmmmttmd 1.649e+44 4.80  4.80  5.269e+40 0.0521    2199 
diHPCARP_Ib.ppppmpmpd 3.994e+43 3.96  3.96  5.237e+40 0.0518    2200 
diHPCARP_Ib.mmmmmttmd 1.103e+44 4.57  4.57  5.149e+40 0.0509    2201 
diHPCARP_Ib.mttmptppd 5.005e+43 4.11  4.11  5.094e+40 0.0504    2202 
diHPCARP_Ib.pmttptmmd 8.972e+43 4.47  4.47  5.009e+40 0.0495    2203 
diHPCARP_Ib.ppmmmppmd 3.874e+43 3.98  3.98  4.886e+40 0.0483    2204 
diHPCARP_Ib.pmtpmmppd 1.154e+44 4.63  4.63  4.875e+40 0.0482    2205 
diHPCARP_Ib.pptppmpmd 9.933e+43 4.54  4.54  4.872e+40 0.0482    2206 
diHPCARP_Ib.ttmmmtmmd 1.357e+44 4.74  4.74  4.769e+40 0.0472    2207 
diHPCARP_Ib.mtmmmtmmd 1.571e+44 4.83  4.83  4.731e+40 0.0468    2208 
diHPCARP_Ib.pmttmtmmd 6.617e+43 4.33  4.33  4.611e+40 0.0456    2209 
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diHPCARP_Ib.pppppttpd 1.558e+44 4.85  4.85  4.598e+40 0.0455    2210 
diHPCARP_Ib.tmmpmmtmd 2.727e+43 3.81  3.81  4.554e+40 0.045     2211 
diHPCARP_Ib.pttpptpmd 2.795e+44 5.21  5.21  4.457e+40 0.0441    2212 
diHPCARP_Ib.tmtpmtppd 4.632e+44 5.52  5.52  4.445e+40 0.044     2213 
diHPCARP_Ib.mtpmptmpd 2.252e+43 3.72  3.72  4.374e+40 0.0433    2214 
diHPCARP_Ib.pmmpmtmmd 3.136e+43 3.93  3.93  4.300e+40 0.0425    2215 
diHPCARP_Ib.tmmpmmpmd 2.036e+43 3.68  3.68  4.267e+40 0.0422    2216 
diHPCARP_Ib.mmptmtppd 7.538e+43 4.46  4.46  4.238e+40 0.0419    2217 
diHPCARP_Ib.ppmpmtpmd 2.413e+43 3.79  3.79  4.216e+40 0.0417    2218 
diHPCARP_Ib.pptpptmmd 9.891e+43 4.64  4.64  4.131e+40 0.0409    2219 
diHPCARP_Ib.ppmtmtmmd 4.031e+43 4.11  4.11  4.091e+40 0.0405    2220 
diHPCARP_Ib.pmtpmtmpd 3.979e+44 5.48  5.48  4.079e+40 0.0404    2221 
diHPCARP_Ib.ttppmttpd 4.075e+43 4.13  4.13  4.006e+40 0.0396    2222 
diHPCARP_Ib.pptpmmpmd 7.970e+43 4.53  4.53  3.985e+40 0.0394    2223 
diHPCARP_Ib.mmptptppd 1.161e+44 4.76  4.76  3.936e+40 0.0389    2224 
diHPCARP_Ib.ppptppppd 8.549e+43 4.60  4.60  3.824e+40 0.0378    2225 
diHPCARP_Ib.pptppptpd 1.669e+44 5.00  5.00  3.824e+40 0.0378    2226 
diHPCARP_Ib.tmtpmtpmd 1.310e+45 6.25  6.25  3.669e+40 0.0363    2227 
diHPCARP_Ib.ppptpmtpd 1.323e+44 4.89  4.89  3.638e+40 0.036     2228 
diHPCARP_Ib.mtppmttpd 2.913e+43 3.99  3.99  3.596e+40 0.0356    2229 
diHPCARP_Ib.ptppmpmpd 1.606e+43 3.64  3.64  3.596e+40 0.0356    2230 
diHPCARP_Ib.mttmmtmpd 6.332e+43 4.46  4.46  3.595e+40 0.0356    2231 
diHPCARP_Ib.ppttmpppd 2.095e+44 5.17  5.17  3.582e+40 0.0354    2232 
diHPCARP_Ib.pmtppmppd 1.222e+44 4.85  4.85  3.555e+40 0.0352    2233 
diHPCARP_Ib.ptmmmtmmd 1.006e+44 4.75  4.75  3.489e+40 0.0345    2234 
diHPCARP_Ib.ppppmttpd 1.535e+44 5.00  5.00  3.479e+40 0.0344    2235 
diHPCARP_Ib.ppmmmmmmd 1.047e+44 4.78  4.78  3.459e+40 0.0342    2236 
diHPCARP_Ib.ptpppptpd 3.462e+43 4.13  4.13  3.420e+40 0.0338    2237 
diHPCARP_Ib.mmpmpptpd 1.293e+43 3.54  3.54  3.399e+40 0.0336    2238 
diHPCARP_Ib.pppmppmpd 1.581e+43 3.66  3.66  3.385e+40 0.0335    2239 
diHPCARP_Ib.ttpppmtmd 3.667e+43 4.17  4.17  3.351e+40 0.0331    2240 
diHPCARP_Ib.mtttmtppd 1.677e+44 5.09  5.09  3.281e+40 0.0325    2241 
diHPCARP_Ib.pppmmpppd 1.814e+44 5.14  5.14  3.266e+40 0.0323    2242 
diHPCARP_Ib.tpmpmmpmd 1.902e+43 3.80  3.80  3.241e+40 0.0321    2243 
diHPCARP_Ib.mmpmppppd 1.475e+43 3.66  3.66  3.194e+40 0.0316    2244 
diHPCARP_Ib.ppmpmtmmd 2.194e+43 3.90  3.90  3.155e+40 0.0312    2245 
diHPCARP_Ib.mmtpmtpmd 2.641e+44 5.39  5.39  3.139e+40 0.0311    2246 
diHPCARP_Ib.ttppmmmmd 1.615e+43 3.73  3.73  3.097e+40 0.0306    2247 
diHPCARP_Ib.mmmpmtmpd 3.875e+43 4.26  4.26  3.060e+40 0.0303    2248 
diHPCARP_Ib.mttpmtmmd 2.231e+44 5.30  5.30  3.059e+40 0.0303    2249 
diHPCARP_Ib.tptpmmmmd 2.946e+44 5.47  5.47  3.045e+40 0.0301    2250 
diHPCARP_Ib.tmmmmtmmd 2.185e+44 5.30  5.30  3.007e+40 0.0297    2251 
diHPCARP_Ib.mmttmtmpd 1.545e+44 5.10  5.10  2.994e+40 0.0296    2252 
diHPCARP_Ib.ppppmmmpd 2.494e+43 4.01  4.01  2.994e+40 0.0296    2253 
diHPCARP_Ib.pptmppmpd 6.175e+43 4.56  4.56  2.949e+40 0.0292    2254 
diHPCARP_Ib.tmtpmtmpd 3.511e+44 5.61  5.61  2.853e+40 0.0282    2255 
diHPCARP_Ib.ppttpmppd 2.412e+44 5.40  5.40  2.794e+40 0.0276    2256 
diHPCARP_Ib.mttpmttmd 4.058e+43 4.35  4.35  2.759e+40 0.0273    2257 
diHPCARP_Ib.pmtmpttmd 1.814e+44 5.28  5.28  2.599e+40 0.0257    2258 
diHPCARP_Ib.pppmmmppd 1.258e+44 5.06  5.06  2.579e+40 0.0255    2259 
diHPCARP_Ib.mmttptmpd 1.211e+44 5.04  5.04  2.573e+40 0.0255    2260 
diHPCARP_Ib.tptpmppmd 1.619e+44 5.23  5.23  2.488e+40 0.0246    2261 
diHPCARP_Ib.ppmmmmtmd 1.077e+44 5.00  5.00  2.444e+40 0.0242    2262 
diHPCARP_Ib.tmtpptmpd 3.758e+44 5.75  5.75  2.428e+40 0.024     2263 
diHPCARP_Ib.ppttppppd 1.766e+44 5.30  5.30  2.425e+40 0.024     2264 
diHPCARP_Ib.pmptpttmd 8.055e+43 4.87  4.87  2.286e+40 0.0226    2265 
diHPCARP_Ib.mttmptmpd 5.663e+43 4.67  4.67  2.248e+40 0.0222    2266 
diHPCARP_Ib.tmpmpttpd 4.910e+43 4.58  4.58  2.245e+40 0.0222    2267 
diHPCARP_Ib.tmmmmtpmd 2.590e+44 5.58  5.58  2.224e+40 0.022     2268 
diHPCARP_Ib.pmtmpttpd 1.827e+44 5.38  5.38  2.188e+40 0.0216    2269 
diHPCARP_Ib.tptppmmmd 1.787e+44 5.38  5.38  2.143e+40 0.0212    2270 
diHPCARP_Ib.pppmmmtpd 1.109e+44 5.10  5.10  2.141e+40 0.0212    2271 
diHPCARP_Ib.pptmpttpd 2.176e+44 5.51  5.51  2.091e+40 0.0207    2272 
diHPCARP_Ib.ppmppmmmd 6.766e+43 4.83  4.83  2.065e+40 0.0204    2273 
diHPCARP_Ib.tptpmttpd 8.685e+43 4.98  4.98  2.055e+40 0.0203    2274 
diHPCARP_Ib.tptpmmpmd 2.644e+44 5.68  5.68  1.932e+40 0.0191    2275 
diHPCARP_Ib.mmpmmttpd 8.548e+43 5.01  5.01  1.920e+40 0.019     2276 
diHPCARP_Ib.pmtpptpmd 2.295e+44 5.61  5.61  1.888e+40 0.0187    2277 
diHPCARP_Ib.tttpptmmd 1.255e+44 5.25  5.25  1.867e+40 0.0185    2278 
diHPCARP_Ib.pttpmtmmd 1.240e+44 5.25  5.25  1.857e+40 0.0184    2279 
diHPCARP_Ib.pmtpptppd 1.733e+44 5.45  5.45  1.848e+40 0.0183    2280 
diHPCARP_Ib.tmtmpttpd 5.015e+44 6.09  6.09  1.845e+40 0.0182    2281 
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diHPCARP_Ib.ptptmptpd 6.012e+43 4.82  4.82  1.841e+40 0.0182    2282 
diHPCARP_Ib.mtpmpttmd 4.270e+43 4.62  4.62  1.839e+40 0.0182    2283 
diHPCARP_Ib.ppttppmpd 1.647e+44 5.43  5.43  1.809e+40 0.0179    2284 
diHPCARP_Ib.tmtppppmd 5.595e+43 4.80  4.80  1.796e+40 0.0178    2285 
diHPCARP_Ib.tmtppmtpd 3.888e+44 5.95  5.95  1.793e+40 0.0177    2286 
diHPCARP_Ib.tpppmmtmd 2.320e+44 5.65  5.65  1.787e+40 0.0177    2287 
diHPCARP_Ib.tmtpptppd 3.865e+44 5.95  5.95  1.786e+40 0.0177    2288 
diHPCARP_Ib.tptmpmtmd 1.257e+44 5.29  5.29  1.768e+40 0.0175    2289 
diHPCARP_Ib.tpmmptmpd 3.549e+43 4.54  4.54  1.750e+40 0.0173    2290 
diHPCARP_Ib.tmtpmpmmd 9.703e+43 5.15  5.15  1.732e+40 0.0171    2291 
diHPCARP_Ib.ppmmpttpd 6.688e+43 4.93  4.93  1.715e+40 0.017     2292 
diHPCARP_Ib.tppppmtmd 1.268e+44 5.31  5.31  1.710e+40 0.0169    2293 
diHPCARP_Ib.tptppmpmd 1.289e+44 5.33  5.33  1.697e+40 0.0168    2294 
diHPCARP_Ib.mtmtmtmpd 1.340e+43 3.98  3.98  1.696e+40 0.0168    2295 
diHPCARP_Ib.mtttptmpd 9.504e+43 5.15  5.15  1.696e+40 0.0168    2296 
diHPCARP_Ib.tmmmpmmmd 2.404e+43 4.34  4.34  1.647e+40 0.0163    2297 
diHPCARP_Ib.pppmmptpd 7.846e+43 5.06  5.06  1.629e+40 0.0161    2298 
diHPCARP_Ib.pptpmmppd 1.566e+45 6.84  6.84  1.626e+40 0.0161    2299 
diHPCARP_Ib.mtmmmttpd 2.216e+44 5.68  5.68  1.625e+40 0.0161    2300 
diHPCARP_Ib.pptpmttmd 1.734e+44 5.53  5.53  1.616e+40 0.016     2301 
diHPCARP_Ib.tptpmttmd 1.097e+44 5.26  5.26  1.613e+40 0.016     2302 
diHPCARP_Ib.tmtpppmmd 7.765e+43 5.06  5.06  1.608e+40 0.0159    2303 
diHPCARP_Ib.ppptmttpd 4.511e+44 6.11  6.11  1.591e+40 0.0157    2304 
diHPCARP_Ib.mtppmttmd 2.876e+43 4.47  4.47  1.589e+40 0.0157    2305 
diHPCARP_Ib.ttmmmttpd 1.098e+44 5.28  5.28  1.575e+40 0.0156    2306 
diHPCARP_Ib.mtpmptmmd 1.475e+43 4.09  4.09  1.546e+40 0.0153    2307 
diHPCARP_Ib.ttmmmttmd 1.347e+44 5.42  5.42  1.515e+40 0.015     2308 
diHPCARP_Ib.ppmppttmd 2.418e+44 5.77  5.77  1.514e+40 0.015     2309 
diHPCARP_Ib.tttpmtmmd 9.597e+43 5.22  5.22  1.513e+40 0.015     2310 
diHPCARP_Ib.tmmpmmmmd 2.041e+43 4.31  4.31  1.491e+40 0.0147    2311 
diHPCARP_Ib.mmtmpttpd 2.447e+44 5.79  5.79  1.489e+40 0.0147    2312 
diHPCARP_Ib.tttpptmpd 1.544e+44 5.51  5.51  1.489e+40 0.0147    2313 
diHPCARP_Ib.pmtpmmmpd 1.038e+44 5.29  5.29  1.455e+40 0.0144    2314 
diHPCARP_Ib.pttppptmd 2.167e+44 5.75  5.75  1.397e+40 0.0138    2315 
diHPCARP_Ib.pmtmptpmd 1.639e+44 5.59  5.59  1.384e+40 0.0137    2316 
diHPCARP_Ib.tpmmptppd 3.108e+43 4.62  4.62  1.330e+40 0.0132    2317 
diHPCARP_Ib.pttpptmmd 9.083e+43 5.27  5.27  1.318e+40 0.013     2318 
diHPCARP_Ib.tmppmttmd 4.510e+43 4.85  4.85  1.316e+40 0.013     2319 
diHPCARP_Ib.pmtppmmpd 9.472e+43 5.30  5.30  1.303e+40 0.0129    2320 
diHPCARP_Ib.mmptmtmpd 3.683e+43 4.74  4.74  1.302e+40 0.0129    2321 
diHPCARP_Ib.tpmmpttpd 6.018e+43 5.03  5.03  1.295e+40 0.0128    2322 
diHPCARP_Ib.mtptpmppd 1.367e+44 5.53  5.53  1.273e+40 0.0126    2323 
diHPCARP_Ib.pttpmttpd 7.411e+43 5.17  5.17  1.273e+40 0.0126    2324 
diHPCARP_Ib.ppttmpmpd 1.444e+44 5.57  5.57  1.271e+40 0.0126    2325 
diHPCARP_Ib.pmmtmmtpd 2.647e+43 4.56  4.56  1.259e+40 0.0125    2326 
diHPCARP_Ib.tmtmpmtmd 1.055e+44 5.39  5.39  1.241e+40 0.0123    2327 
diHPCARP_Ib.ppmmmtpmd 5.198e+43 4.98  4.98  1.230e+40 0.0122    2328 
diHPCARP_Ib.mttpptmmd 1.444e+44 5.59  5.59  1.223e+40 0.0121    2329 
diHPCARP_Ib.ttptmmtmd 6.861e+43 5.15  5.15  1.213e+40 0.012     2330 
diHPCARP_Ib.mtmtmtppd 1.054e+44 5.43  5.43  1.164e+40 0.0115    2331 
diHPCARP_Ib.pmtmptppd 1.317e+44 5.57  5.57  1.156e+40 0.0114    2332 
diHPCARP_Ib.pmptptpmd 7.308e+43 5.24  5.24  1.122e+40 0.0111    2333 
diHPCARP_Ib.ptpmpttmd 6.697e+43 5.20  5.20  1.099e+40 0.0109    2334 
diHPCARP_Ib.tmppmmtmd 2.347e+43 4.58  4.58  1.079e+40 0.0107    2335 
diHPCARP_Ib.ppppmtmpd 5.181e+43 5.06  5.06  1.072e+40 0.0106    2336 
diHPCARP_Ib.mmtpptpmd 2.143e+44 5.90  5.90  1.071e+40 0.0106    2337 
diHPCARP_Ib.ptpmptpmd 3.438e+43 4.82  4.82  1.057e+40 0.0105    2338 
diHPCARP_Ib.mtmpmmppd 2.595e+43 4.66  4.66  1.045e+40 0.0103    2339 
diHPCARP_Ib.mmmtptmpd 7.580e+43 5.32  5.32  1.013e+40 0.01      2340 
diHPCARP_Ib.mmtmppppd 2.563e+43 4.68  4.68  9.994e+39 0.00989   2341 
diHPCARP_Ib.ttppmtpmd 7.182e+43 5.31  5.31  9.803e+39 0.0097    2342 
diHPCARP_Ib.mpmmpptpd 2.811e+43 4.76  4.76  9.647e+39 0.00954   2343 
diHPCARP_Ib.ppppmmppd 3.913e+44 6.33  6.33  9.532e+39 0.00943   2344 
diHPCARP_Ib.tppppppmd 2.061e+44 5.95  5.95  9.473e+39 0.00937   2345 
diHPCARP_Ib.tmppmtpmd 5.541e+43 5.18  5.18  9.380e+39 0.00928   2346 
diHPCARP_Ib.mtptmmppd 1.136e+44 5.61  5.61  9.272e+39 0.00917   2347 
diHPCARP_Ib.tttpmmtmd 2.114e+43 4.62  4.62  9.132e+39 0.00903   2348 
diHPCARP_Ib.mtttmtmpd 1.111e+44 5.61  5.61  9.069e+39 0.00897   2349 
diHPCARP_Ib.ttmmmmmmd 5.897e+43 5.24  5.24  9.050e+39 0.00895   2350 
diHPCARP_Ib.tmmppmtmd 5.343e+43 5.18  5.18  8.984e+39 0.00889   2351 
diHPCARP_Ib.tmpmptppd 4.772e+43 5.12  5.12  8.866e+39 0.00877   2352 
diHPCARP_Ib.mtmtptppd 9.707e+43 5.56  5.56  8.677e+39 0.00858   2353 
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diHPCARP_Ib.mmppptmpd 2.141e+43 4.66  4.66  8.649e+39 0.00855   2354 
diHPCARP_Ib.ptmmmpmpd 7.055e+43 5.37  5.37  8.641e+39 0.00855   2355 
diHPCARP_Ib.mmmpptmpd 1.386e+43 4.40  4.40  8.582e+39 0.00849   2356 
diHPCARP_Ib.tmtmmtmpd 1.110e+45 7.02  7.02  8.528e+39 0.00844   2357 
diHPCARP_Ib.pmmtmmppd 1.330e+43 4.43  4.43  7.888e+39 0.0078    2358 
diHPCARP_Ib.ptptmpmpd 4.046e+43 5.09  5.09  7.881e+39 0.0078    2359 
diHPCARP_Ib.ttppmmtmd 4.071e+43 5.11  5.11  7.707e+39 0.00762   2360 
diHPCARP_Ib.mmtmpttmd 1.566e+44 5.92  5.92  7.682e+39 0.0076    2361 
diHPCARP_Ib.tptppmtmd 2.759e+44 6.27  6.27  7.448e+39 0.00737   2362 
diHPCARP_Ib.mtppmtppd 4.634e+43 5.22  5.22  7.354e+39 0.00727   2363 
diHPCARP_Ib.mmtpptppd 1.840e+44 6.04  6.04  7.342e+39 0.00726   2364 
diHPCARP_Ib.ttppmtppd 8.535e+43 5.58  5.58  7.318e+39 0.00724   2365 
diHPCARP_Ib.pttpmptpd 1.781e+43 4.66  4.66  7.209e+39 0.00713   2366 
diHPCARP_Ib.tpmmptmmd 4.951e+43 5.27  5.27  7.179e+39 0.0071    2367 
diHPCARP_Ib.tptpmtppd 3.458e+44 6.44  6.44  7.092e+39 0.00701   2368 
diHPCARP_Ib.pmtmpmtpd 1.056e+44 5.73  5.73  7.084e+39 0.00701   2369 
diHPCARP_Ib.mtmmmttmd 1.421e+44 5.92  5.92  6.972e+39 0.0069    2370 
diHPCARP_Ib.tptmmmmmd 1.608e+44 5.99  5.99  6.941e+39 0.00687   2371 
diHPCARP_Ib.ptppmpmmd 1.324e+43 4.51  4.51  6.895e+39 0.00682   2372 
diHPCARP_Ib.ptppmptpd 2.733e+43 4.95  4.95  6.756e+39 0.00668   2373 
diHPCARP_Ib.tptpmtpmd 4.146e+44 6.58  6.58  6.648e+39 0.00658   2374 
diHPCARP_Ib.mmtmptppd 1.701e+44 6.06  6.06  6.600e+39 0.00653   2375 
diHPCARP_Ib.tpmmptpmd 4.249e+43 5.23  5.23  6.567e+39 0.0065    2376 
diHPCARP_Ib.mmmtmtpmd 3.472e+43 5.12  5.12  6.520e+39 0.00645   2377 
diHPCARP_Ib.tmmtmtmpd 3.058e+43 5.04  5.04  6.505e+39 0.00643   2378 
diHPCARP_Ib.tpppmppmd 5.709e+43 5.41  5.41  6.495e+39 0.00642   2379 
diHPCARP_Ib.mpmmppmpd 1.751e+43 4.72  4.72  6.430e+39 0.00636   2380 
diHPCARP_Ib.mmmpmttmd 8.567e+43 5.66  5.66  6.401e+39 0.00633   2381 
diHPCARP_Ib.tmppmmpmd 2.444e+43 4.93  4.93  6.254e+39 0.00619   2382 
diHPCARP_Ib.pptpmtmpd 1.170e+44 5.86  5.86  6.251e+39 0.00618   2383 
diHPCARP_Ib.tmppmtmpd 2.275e+43 4.90  4.90  6.178e+39 0.00611   2384 
diHPCARP_Ib.tmmpmmppd 4.799e+43 5.34  5.34  6.141e+39 0.00607   2385 
diHPCARP_Ib.pmppppmmd 3.098e+43 5.09  5.09  6.024e+39 0.00596   2386 
diHPCARP_Ib.tmtmptppd 2.879e+44 6.43  6.43  5.991e+39 0.00593   2387 
diHPCARP_Ib.mmmmmtmmd 1.061e+44 5.84  5.84  5.885e+39 0.00582   2388 
diHPCARP_Ib.tttpmtmpd 6.438e+43 5.55  5.55  5.783e+39 0.00572   2389 
diHPCARP_Ib.tmtmpmpmd 7.900e+43 5.68  5.68  5.738e+39 0.00568   2390 
diHPCARP_Ib.tptmpppmd 8.380e+43 5.72  5.72  5.669e+39 0.00561   2391 
diHPCARP_Ib.pptpmppmd 5.052e+43 5.43  5.43  5.635e+39 0.00557   2392 
diHPCARP_Ib.tptmmppmd 1.671e+44 6.15  6.15  5.562e+39 0.0055    2393 
diHPCARP_Ib.pptppmppd 6.636e+44 6.97  6.97  5.516e+39 0.00546   2394 
diHPCARP_Ib.ppmmptppd 3.627e+43 5.24  5.24  5.512e+39 0.00545   2395 
diHPCARP_Ib.tmtmmppmd 8.067e+43 5.72  5.72  5.478e+39 0.00542   2396 
diHPCARP_Ib.pmmtmmmpd 1.806e+43 4.84  4.84  5.336e+39 0.00528   2397 
diHPCARP_Ib.ptpmptmmd 8.729e+42 4.42  4.42  5.276e+39 0.00522   2398 
diHPCARP_Ib.tmmpmmtpd 8.073e+43 5.75  5.75  5.242e+39 0.00519   2399 
diHPCARP_Ib.mmmtmttmd 5.650e+43 5.54  5.54  5.236e+39 0.00518   2400 
diHPCARP_Ib.tptmpmmmd 1.123e+44 5.95  5.95  5.215e+39 0.00516   2401 
diHPCARP_Ib.pttppttmd 1.277e+44 6.03  6.03  5.139e+39 0.00508   2402 
diHPCARP_Ib.ppmpmppmd 2.698e+43 5.11  5.11  5.132e+39 0.00508   2403 
diHPCARP_Ib.tttmptmmd 7.057e+43 5.70  5.70  4.937e+39 0.00488   2404 
diHPCARP_Ib.ppmmptpmd 3.876e+43 5.35  5.35  4.902e+39 0.00485   2405 
diHPCARP_Ib.tttppmmmd 1.669e+44 6.22  6.22  4.879e+39 0.00483   2406 
diHPCARP_Ib.mtppmtpmd 6.216e+43 5.64  5.64  4.822e+39 0.00477   2407 
diHPCARP_Ib.pptppppmd 7.479e+43 5.76  5.76  4.776e+39 0.00472   2408 
diHPCARP_Ib.mtmtptmpd 3.596e+44 6.70  6.70  4.746e+39 0.00469   2409 
diHPCARP_Ib.ttptmmmmd 3.836e+43 5.39  5.39  4.576e+39 0.00453   2410 
diHPCARP_Ib.ttmmmtpmd 3.155e+44 6.65  6.65  4.548e+39 0.0045    2411 
diHPCARP_Ib.ppptpttpd 2.861e+44 6.59  6.59  4.545e+39 0.0045    2412 
diHPCARP_Ib.ppmtpmpmd 1.077e+44 6.01  6.01  4.521e+39 0.00447   2413 
diHPCARP_Ib.tpmmpttmd 7.576e+43 5.80  5.80  4.497e+39 0.00445   2414 
diHPCARP_Ib.ptptpptpd 8.535e+43 5.88  5.88  4.443e+39 0.00439   2415 
diHPCARP_Ib.tptpmtmpd 4.896e+44 6.92  6.92  4.429e+39 0.00438   2416 
diHPCARP_Ib.ppmtptpmd 4.311e+43 5.48  5.48  4.423e+39 0.00437   2417 
diHPCARP_Ib.mmmpmtpmd 1.389e+44 6.18  6.18  4.359e+39 0.00431   2418 
diHPCARP_Ib.tptpptpmd 3.507e+44 6.74  6.74  4.334e+39 0.00429   2419 
diHPCARP_Ib.mmmpmttpd 1.110e+44 6.06  6.06  4.310e+39 0.00426   2420 
diHPCARP_Ib.mtptptmpd 3.300e+43 5.33  5.33  4.299e+39 0.00425   2421 
diHPCARP_Ib.ttppmtmmd 2.145e+43 5.08  5.08  4.266e+39 0.00422   2422 
diHPCARP_Ib.tttpptpmd 6.778e+44 7.14  7.14  4.233e+39 0.00419   2423 
diHPCARP_Ib.ttmtmtmmd 4.057e+43 5.47  5.47  4.194e+39 0.00415   2424 
diHPCARP_Ib.tmppmtmmd 2.750e+43 5.24  5.24  4.179e+39 0.00413   2425 
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diHPCARP_Ib.tpmpmttmd 6.352e+43 5.75  5.75  4.097e+39 0.00405   2426 
diHPCARP_Ib.tpttpmmmd 3.717e+44 6.81  6.81  4.072e+39 0.00403   2427 
diHPCARP_Ib.tmmtpttpd 3.606e+44 6.80  6.80  4.036e+39 0.00399   2428 
diHPCARP_Ib.mmtmptpmd 1.160e+44 6.13  6.13  3.989e+39 0.00395   2429 
diHPCARP_Ib.mpmmmptpd 5.657e+43 5.70  5.70  3.970e+39 0.00393   2430 
diHPCARP_Ib.pmttptppd 2.690e+44 6.64  6.64  3.935e+39 0.00389   2431 
diHPCARP_Ib.mmpmppmpd 6.826e+42 4.45  4.45  3.918e+39 0.00388   2432 
diHPCARP_Ib.pmppptmmd 3.213e+43 5.38  5.38  3.903e+39 0.00386   2433 
diHPCARP_Ib.ptpmpttpd 5.738e+43 5.72  5.72  3.897e+39 0.00385   2434 
diHPCARP_Ib.tpptmppmd 6.906e+44 7.21  7.21  3.880e+39 0.00384   2435 
diHPCARP_Ib.tmtmptmpd 1.419e+44 6.27  6.27  3.827e+39 0.00379   2436 
diHPCARP_Ib.mpmmmpmpd 4.265e+43 5.56  5.56  3.812e+39 0.00377   2437 
diHPCARP_Ib.ptmmmttpd 3.141e+44 6.75  6.75  3.808e+39 0.00377   2438 
diHPCARP_Ib.pmmtpmtpd 2.065e+44 6.51  6.51  3.747e+39 0.00371   2439 
diHPCARP_Ib.ttpmmmtmd 4.585e+43 5.61  5.61  3.732e+39 0.00369   2440 
diHPCARP_Ib.pttmpttmd 1.404e+44 6.28  6.28  3.717e+39 0.00368   2441 
diHPCARP_Ib.pmtmmtpmd 3.344e+44 6.80  6.80  3.703e+39 0.00366   2442 
diHPCARP_Ib.tptmpttpd 3.052e+44 6.75  6.75  3.668e+39 0.00363   2443 
diHPCARP_Ib.tttmmtmmd 1.144e+44 6.17  6.17  3.667e+39 0.00363   2444 
diHPCARP_Ib.mmpmmtmpd 5.652e+43 5.76  5.76  3.580e+39 0.00354   2445 
diHPCARP_Ib.mtppmtmpd 2.203e+43 5.20  5.20  3.571e+39 0.00353   2446 
diHPCARP_Ib.tmmtpmtmd 1.988e+44 6.52  6.52  3.530e+39 0.00349   2447 
diHPCARP_Ib.tmttpmpmd 1.019e+44 6.12  6.12  3.528e+39 0.00349   2448 
diHPCARP_Ib.ttptpmtmd 9.298e+43 6.07  6.07  3.497e+39 0.00346   2449 
diHPCARP_Ib.tpptmmtmd 3.750e+44 6.91  6.91  3.466e+39 0.00343   2450 
diHPCARP_Ib.tmtmmpmmd 1.061e+44 6.16  6.16  3.461e+39 0.00342   2451 
diHPCARP_Ib.tptpptppd 2.681e+44 6.72  6.72  3.423e+39 0.00339   2452 
diHPCARP_Ib.pmppmpppd 8.874e+42 4.69  4.69  3.413e+39 0.00338   2453 
diHPCARP_Ib.pmmppmtpd 1.135e+43 4.85  4.85  3.321e+39 0.00328   2454 
diHPCARP_Ib.ttppmtmpd 1.912e+43 5.17  5.17  3.280e+39 0.00324   2455 
diHPCARP_Ib.mtppmtmmd 2.099e+43 5.23  5.23  3.274e+39 0.00324   2456 
diHPCARP_Ib.pmttptpmd 2.769e+44 6.76  6.76  3.270e+39 0.00323   2457 
diHPCARP_Ib.pmmmmtmpd 1.648e+44 6.47  6.47  3.210e+39 0.00318   2458 
diHPCARP_Ib.mttmptmmd 6.559e+43 5.92  5.92  3.189e+39 0.00315   2459 
diHPCARP_Ib.tttmpttmd 1.412e+44 6.38  6.38  3.160e+39 0.00313   2460 
diHPCARP_Ib.tpttpmpmd 2.005e+44 6.60  6.60  3.132e+39 0.0031    2461 
diHPCARP_Ib.tpppmtppd 1.426e+44 6.40  6.40  3.118e+39 0.00308   2462 
diHPCARP_Ib.ttmtmtmpd 3.469e+43 5.56  5.56  3.111e+39 0.00308   2463 
diHPCARP_Ib.tptmpttmd 3.975e+44 7.01  7.01  3.106e+39 0.00307   2464 
diHPCARP_Ib.mpmmpttpd 1.020e+44 6.21  6.21  3.062e+39 0.00303   2465 
diHPCARP_Ib.pmttmtpmd 2.399e+44 6.72  6.72  3.045e+39 0.00301   2466 
diHPCARP_Ib.tmpmpmtmd 3.061e+43 5.50  5.50  3.012e+39 0.00298   2467 
diHPCARP_Ib.tpmpmtpmd 4.987e+43 5.79  5.79  3.005e+39 0.00297   2468 
diHPCARP_Ib.tmmpmttpd 9.702e+43 6.21  6.21  2.926e+39 0.00289   2469 
diHPCARP_Ib.mtmtmtmmd 2.726e+43 5.45  5.45  2.923e+39 0.00289   2470 
diHPCARP_Ib.pttmmtmmd 1.154e+44 6.32  6.32  2.884e+39 0.00285   2471 
diHPCARP_Ib.pptmpmppd 2.216e+44 6.71  6.71  2.860e+39 0.00283   2472 
diHPCARP_Ib.mmmppttmd 4.132e+43 5.71  5.71  2.838e+39 0.00281   2473 
diHPCARP_Ib.pttmmtpmd 8.148e+43 6.12  6.12  2.837e+39 0.00281   2474 
diHPCARP_Ib.tpttmmmmd 3.345e+44 6.97  6.97  2.815e+39 0.00278   2475 
diHPCARP_Ib.mptpmttmd 1.521e+44 6.52  6.52  2.722e+39 0.00269   2476 
diHPCARP_Ib.tmttmtppd 6.547e+44 7.39  7.39  2.692e+39 0.00266   2477 
diHPCARP_Ib.ttppmmpmd 9.996e+43 6.29  6.29  2.637e+39 0.00261   2478 
diHPCARP_Ib.tmmpmtmpd 1.098e+44 6.34  6.34  2.632e+39 0.0026    2479 
diHPCARP_Ib.pmmtmpppd 2.520e+43 5.47  5.47  2.622e+39 0.00259   2480 
diHPCARP_Ib.tpttmmpmd 1.877e+44 6.67  6.67  2.602e+39 0.00257   2481 
diHPCARP_Ib.pmtmpmppd 6.305e+43 6.03  6.03  2.547e+39 0.00252   2482 
diHPCARP_Ib.tppppttpd 2.035e+44 6.73  6.73  2.538e+39 0.00251   2483 
diHPCARP_Ib.mmtmmtppd 5.177e+44 7.29  7.29  2.537e+39 0.00251   2484 
diHPCARP_Ib.mmmtpttmd 1.925e+44 6.70  6.70  2.529e+39 0.0025    2485 
diHPCARP_Ib.tmmpmttmd 1.338e+44 6.49  6.49  2.521e+39 0.00249   2486 
diHPCARP_Ib.mmtpmtmmd 2.396e+44 6.84  6.84  2.507e+39 0.00248   2487 
diHPCARP_Ib.tpmpmtmmd 6.773e+43 6.09  6.09  2.479e+39 0.00245   2488 
diHPCARP_Ib.pppppmppd 1.948e+44 6.72  6.72  2.478e+39 0.00245   2489 
diHPCARP_Ib.pmtmmtppd 2.447e+44 6.86  6.86  2.465e+39 0.00244   2490 
diHPCARP_Ib.ppptmmmpd 1.112e+44 6.39  6.39  2.465e+39 0.00244   2491 
diHPCARP_Ib.mtmmmtpmd 3.401e+44 7.06  7.06  2.435e+39 0.00241   2492 
diHPCARP_Ib.pmmtmtmmd 1.098e+43 5.02  5.02  2.427e+39 0.0024    2493 
diHPCARP_Ib.pppmmttpd 1.639e+44 6.63  6.63  2.410e+39 0.00238   2494 
diHPCARP_Ib.pmmmmttpd 1.554e+44 6.61  6.61  2.395e+39 0.00237   2495 
diHPCARP_Ib.mmtppttpd 1.864e+44 6.72  6.72  2.390e+39 0.00236   2496 
diHPCARP_Ib.tmtmmtppd 5.331e+44 7.34  7.34  2.381e+39 0.00236   2497 
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diHPCARP_Ib.tptpmtmmd 4.859e+44 7.29  7.29  2.376e+39 0.00235   2498 
diHPCARP_Ib.mmttmtppd 3.360e+44 7.07  7.07  2.360e+39 0.00233   2499 
diHPCARP_Ib.tmmtmttpd 3.060e+44 7.02  7.02  2.350e+39 0.00232   2500 
diHPCARP_Ib.tttmptmpd 5.828e+43 6.04  6.04  2.323e+39 0.0023    2501 
diHPCARP_Ib.pptmptmpd 1.337e+44 6.54  6.54  2.311e+39 0.00229   2502 
diHPCARP_Ib.tptmptppd 1.897e+44 6.75  6.75  2.297e+39 0.00227   2503 
diHPCARP_Ib.tmttptppd 3.979e+44 7.19  7.19  2.289e+39 0.00226   2504 
diHPCARP_Ib.pmmpmttmd 1.504e+43 5.24  5.24  2.288e+39 0.00226   2505 
diHPCARP_Ib.ttppmptmd 2.339e+43 5.52  5.52  2.244e+39 0.00222   2506 
diHPCARP_Ib.ptttptpmd 1.926e+44 6.77  6.77  2.236e+39 0.00221   2507 
diHPCARP_Ib.tttpmmmmd 3.824e+43 5.82  5.82  2.195e+39 0.00217   2508 
diHPCARP_Ib.tmttmppmd 1.431e+44 6.61  6.61  2.195e+39 0.00217   2509 
diHPCARP_Ib.ptmtmtmmd 2.645e+43 5.60  5.60  2.189e+39 0.00216   2510 
diHPCARP_Ib.mmmpmmpmd 3.150e+43 5.71  5.71  2.189e+39 0.00216   2511 
diHPCARP_Ib.mpmmppppd 2.650e+43 5.61  5.61  2.175e+39 0.00215   2512 
diHPCARP_Ib.tmmtpttmd 3.651e+44 7.18  7.18  2.165e+39 0.00214   2513 
diHPCARP_Ib.tmpmptmpd 4.787e+43 5.97  5.97  2.160e+39 0.00214   2514 
diHPCARP_Ib.ppmmmpmpd 3.833e+43 5.84  5.84  2.151e+39 0.00213   2515 
diHPCARP_Ib.tttpptppd 5.295e+44 7.41  7.41  2.134e+39 0.00211   2516 
diHPCARP_Ib.pmttpmppd 9.549e+43 6.39  6.39  2.126e+39 0.0021    2517 
diHPCARP_Ib.mttmmtmmd 1.051e+44 6.45  6.45  2.108e+39 0.00208   2518 
diHPCARP_Ib.pmmppmmpd 9.821e+42 5.04  5.04  2.100e+39 0.00208   2519 
diHPCARP_Ib.tptpptmpd 3.027e+44 7.09  7.09  2.084e+39 0.00206   2520 
diHPCARP_Ib.tmttptmpd 3.455e+44 7.17  7.17  2.074e+39 0.00205   2521 
diHPCARP_Ib.ptmtptpmd 1.780e+44 6.78  6.78  2.039e+39 0.00202   2522 
diHPCARP_Ib.pptmmmppd 5.075e+44 7.41  7.41  2.024e+39 0.002     2523 
diHPCARP_Ib.ppmtmmpmd 1.096e+44 6.50  6.50  2.005e+39 0.00198   2524 
diHPCARP_Ib.pttmptpmd 7.684e+43 6.30  6.30  1.992e+39 0.00197   2525 
diHPCARP_Ib.tttmmtmpd 1.064e+44 6.49  6.49  1.991e+39 0.00197   2526 
diHPCARP_Ib.mmmpmptpd 5.413e+43 6.09  6.09  1.989e+39 0.00197   2527 
diHPCARP_Ib.mmpmpttmd 6.889e+43 6.24  6.24  1.976e+39 0.00195   2528 
diHPCARP_Ib.mtptpmtpd 1.207e+45 7.95  7.95  1.966e+39 0.00194   2529 
diHPCARP_Ib.ptpmmptpd 5.998e+43 6.16  6.16  1.962e+39 0.00194   2530 
diHPCARP_Ib.tttmpttpd 1.162e+44 6.55  6.55  1.961e+39 0.00194   2531 
diHPCARP_Ib.tptmptpmd 2.549e+44 7.02  7.02  1.956e+39 0.00193   2532 
diHPCARP_Ib.ptppmtmpd 2.544e+43 5.65  5.65  1.956e+39 0.00193   2533 
diHPCARP_Ib.pmmtmptpd 2.385e+43 5.61  5.61  1.946e+39 0.00192   2534 
diHPCARP_Ib.ptppmtmmd 1.564e+43 5.37  5.37  1.925e+39 0.0019    2535 
diHPCARP_Ib.ttmtptmmd 2.363e+44 6.99  6.99  1.918e+39 0.0019    2536 
diHPCARP_Ib.tmmtpmpmd 1.895e+44 6.86  6.86  1.916e+39 0.00189   2537 
diHPCARP_Ib.mpmmptmpd 5.141e+43 6.09  6.09  1.892e+39 0.00187   2538 
diHPCARP_Ib.mmmtpttpd 3.216e+44 7.18  7.18  1.887e+39 0.00187   2539 
diHPCARP_Ib.ptmmmtmpd 8.153e+43 6.36  6.36  1.884e+39 0.00186   2540 
diHPCARP_Ib.ptmmmptpd 9.248e+43 6.45  6.45  1.839e+39 0.00182   2541 
diHPCARP_Ib.mmttptppd 3.117e+44 7.18  7.18  1.824e+39 0.0018    2542 
diHPCARP_Ib.ttttptmmd 1.550e+44 6.77  6.77  1.815e+39 0.0018    2543 
diHPCARP_Ib.tttppttmd 3.643e+44 7.28  7.28  1.807e+39 0.00179   2544 
diHPCARP_Ib.mtttptmmd 1.595e+44 6.79  6.79  1.805e+39 0.00179   2545 
diHPCARP_Ib.ttmtptmpd 2.027e+44 6.94  6.94  1.777e+39 0.00176   2546 
diHPCARP_Ib.tpptpmtmd 2.306e+44 7.02  7.02  1.770e+39 0.00175   2547 
diHPCARP_Ib.tptpptmmd 3.978e+44 7.35  7.35  1.766e+39 0.00175   2548 
diHPCARP_Ib.mmttptpmd 2.365e+44 7.05  7.05  1.742e+39 0.00172   2549 
diHPCARP_Ib.tmtmppmmd 5.245e+43 6.15  6.15  1.741e+39 0.00172   2550 
diHPCARP_Ib.pttpmpmpd 4.131e+43 6.01  6.01  1.723e+39 0.0017    2551 
diHPCARP_Ib.pmmppmppd 1.135e+43 5.24  5.24  1.716e+39 0.0017    2552 
diHPCARP_Ib.tmmtmtpmd 1.108e+45 7.98  7.98  1.715e+39 0.0017    2553 
diHPCARP_Ib.tmmtptmpd 1.913e+44 6.93  6.93  1.703e+39 0.00168   2554 
diHPCARP_Ib.pmtmmpppd 7.869e+43 6.41  6.41  1.697e+39 0.00168   2555 
diHPCARP_Ib.tpppmttpd 1.276e+44 6.69  6.69  1.694e+39 0.00168   2556 
diHPCARP_Ib.mpmmmttpd 1.050e+44 6.58  6.58  1.678e+39 0.00166   2557 
diHPCARP_Ib.mmmtmtmmd 1.039e+44 6.59  6.59  1.658e+39 0.00164   2558 
diHPCARP_Ib.tmmtptppd 2.138e+44 7.02  7.02  1.654e+39 0.00164   2559 
diHPCARP_Ib.tpppmmmmd 3.560e+43 5.95  5.95  1.642e+39 0.00162   2560 
diHPCARP_Ib.ppmppttpd 2.886e+44 7.20  7.20  1.634e+39 0.00162   2561 
diHPCARP_Ib.mmtmmtpmd 3.054e+44 7.24  7.24  1.631e+39 0.00161   2562 
diHPCARP_Ib.pmttmtppd 2.044e+44 7.00  7.00  1.614e+39 0.0016    2563 
diHPCARP_Ib.tmttptpmd 9.268e+44 7.92  7.92  1.585e+39 0.00157   2564 
diHPCARP_Ib.pmppmtppd 2.329e+43 5.72  5.72  1.584e+39 0.00157   2565 
diHPCARP_Ib.mpmtpptpd 8.660e+43 6.51  6.51  1.570e+39 0.00155   2566 
diHPCARP_Ib.mptpmptmd 4.746e+43 6.15  6.15  1.569e+39 0.00155   2567 
diHPCARP_Ib.mmmtptpmd 1.195e+44 6.70  6.70  1.568e+39 0.00155   2568 
diHPCARP_Ib.ppttmmtmd 8.666e+44 7.88  7.88  1.566e+39 0.00155   2569 
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diHPCARP_Ib.tptppttmd 1.514e+45 8.22  8.22  1.564e+39 0.00155   2570 
diHPCARP_Ib.mmmpmptmd 3.591e+43 5.99  5.99  1.553e+39 0.00154   2571 
diHPCARP_Ib.ttmtmmmpd 1.748e+44 6.94  6.94  1.542e+39 0.00153   2572 
diHPCARP_Ib.pmmmmtppd 1.226e+44 6.73  6.73  1.531e+39 0.00151   2573 
diHPCARP_Ib.pppmptmpd 3.470e+43 5.98  5.98  1.529e+39 0.00151   2574 
diHPCARP_Ib.mpmtppmpd 7.709e+43 6.47  6.47  1.503e+39 0.00149   2575 
diHPCARP_Ib.mmmpmmmpd 1.775e+43 5.59  5.59  1.502e+39 0.00149   2576 
diHPCARP_Ib.mpmmmtmpd 6.811e+43 6.40  6.40  1.472e+39 0.00146   2577 
diHPCARP_Ib.tpppmtpmd 1.923e+44 7.02  7.02  1.471e+39 0.00146   2578 
diHPCARP_Ib.ppmtmtpmd 4.492e+43 6.16  6.16  1.467e+39 0.00145   2579 
diHPCARP_Ib.ppttppmmd 7.968e+44 7.88  7.88  1.459e+39 0.00144   2580 
diHPCARP_Ib.mmmpmtppd 1.129e+44 6.72  6.72  1.436e+39 0.00142   2581 
diHPCARP_Ib.mpmmptppd 3.081e+43 5.95  5.95  1.420e+39 0.0014    2582 
diHPCARP_Ib.tpptpmpmd 1.292e+44 6.81  6.81  1.419e+39 0.0014    2583 
diHPCARP_Ib.ttmmmmtmd 7.867e+43 6.52  6.52  1.410e+39 0.0014    2584 
diHPCARP_Ib.pmmtpmppd 9.272e+43 6.63  6.63  1.366e+39 0.00135   2585 
diHPCARP_Ib.tmpmpmpmd 3.403e+43 6.04  6.04  1.355e+39 0.00134   2586 
diHPCARP_Ib.pmtpmmmmd 8.361e+43 6.58  6.58  1.346e+39 0.00133   2587 
diHPCARP_Ib.tpppptppd 1.584e+44 6.96  6.96  1.343e+39 0.00133   2588 
diHPCARP_Ib.tptmmtpmd 3.425e+44 7.43  7.43  1.333e+39 0.00132   2589 
diHPCARP_Ib.ttpmmmmmd 3.659e+43 6.10  6.10  1.317e+39 0.0013    2590 
diHPCARP_Ib.mmpmptpmd 5.984e+43 6.40  6.40  1.307e+39 0.00129   2591 
diHPCARP_Ib.pptmmtmpd 9.195e+44 8.03  8.03  1.295e+39 0.00128   2592 
diHPCARP_Ib.pptppttpd 3.901e+44 7.53  7.53  1.274e+39 0.00126   2593 
diHPCARP_Ib.pttmptmmd 4.221e+43 6.21  6.21  1.272e+39 0.00126   2594 
diHPCARP_Ib.ptttptmmd 1.134e+44 6.80  6.80  1.264e+39 0.00125   2595 
diHPCARP_Ib.pmptptmmd 9.288e+42 5.32  5.32  1.236e+39 0.00122   2596 
diHPCARP_Ib.mmmpptpmd 4.455e+43 6.26  6.26  1.232e+39 0.00122   2597 
diHPCARP_Ib.ppttptmpd 3.969e+44 7.56  7.56  1.228e+39 0.00121   2598 
diHPCARP_Ib.ptmtppmpd 1.331e+44 6.91  6.91  1.223e+39 0.00121   2599 
diHPCARP_Ib.mmttmtpmd 2.893e+44 7.38  7.38  1.212e+39 0.0012    2600 
diHPCARP_Ib.pmtppmmmd 5.363e+43 6.38  6.38  1.203e+39 0.00119   2601 
diHPCARP_Ib.pmppmmtpd 1.748e+43 5.71  5.71  1.200e+39 0.00119   2602 
diHPCARP_Ib.tpmpmttpd 4.796e+43 6.32  6.32  1.200e+39 0.00119   2603 
diHPCARP_Ib.ptpppmmpd 1.577e+43 5.66  5.66  1.183e+39 0.00117   2604 
diHPCARP_Ib.mptpmptpd 5.936e+43 6.45  6.45  1.183e+39 0.00117   2605 
diHPCARP_Ib.tppmpmmmd 2.142e+43 5.85  5.85  1.175e+39 0.00116   2606 
diHPCARP_Ib.ttttptmpd 1.492e+44 7.02  7.02  1.157e+39 0.00114   2607 
diHPCARP_Ib.tmttmtmpd 3.532e+44 7.53  7.53  1.150e+39 0.00114   2608 
diHPCARP_Ib.mtpppmmpd 3.746e+43 6.20  6.20  1.140e+39 0.00113   2609 
diHPCARP_Ib.ptmtpttmd 1.575e+44 7.06  7.06  1.134e+39 0.00112   2610 
diHPCARP_Ib.pmttpmmpd 1.301e+44 6.95  6.95  1.118e+39 0.00111   2611 
diHPCARP_Ib.pmtmmpmpd 7.520e+43 6.64  6.64  1.103e+39 0.00109   2612 
diHPCARP_Ib.mmtpptmmd 2.113e+44 7.25  7.25  1.098e+39 0.00109   2613 
diHPCARP_Ib.mpmmmmppd 1.025e+44 6.83  6.83  1.088e+39 0.00108   2614 
diHPCARP_Ib.ppttmmppd 8.896e+44 8.13  8.13  1.065e+39 0.00105   2615 
diHPCARP_Ib.mptpmtmpd 4.533e+44 7.73  7.73  1.064e+39 0.00105   2616 
diHPCARP_Ib.mmpmmpmpd 1.486e+43 5.69  5.69  1.064e+39 0.00105   2617 
diHPCARP_Ib.tpppptpmd 6.966e+44 8.00  8.00  1.042e+39 0.00103   2618 
diHPCARP_Ib.mmtpmptmd 5.605e+43 6.50  6.50  1.024e+39 0.00101   2619 
diHPCARP_Ib.mpptmttpd 9.011e+43 6.79  6.79  1.023e+39 0.00101   2620 
diHPCARP_Ib.tptmmtppd 2.812e+44 7.47  7.47  1.020e+39 0.00101   2621 
diHPCARP_Ib.pptmpppmd 1.150e+44 6.94  6.94  1.019e+39 0.00101   2622 
diHPCARP_Ib.tptmmtmmd 5.063e+44 7.82  7.82  1.014e+39 0.001     2623 
diHPCARP_Ib.tmttppmmd 9.117e+43 6.80  6.80  1.008e+39 0.000997  2624 
diHPCARP_Ib.tptmmtmpd 3.709e+44 7.64  7.64  1.005e+39 0.000994  2625 
diHPCARP_Ib.tppmmptmd 1.473e+44 7.09  7.09  1.003e+39 0.000992  2626 
diHPCARP_Ib.ttptmttmd 3.870e+44 7.67  7.67  1.001e+39 0.00099   2627 
diHPCARP_Ib.pppmmpmpd 7.224e+43 6.69  6.69  9.727e+38 0.000962  2628 
diHPCARP_Ib.mpmmptmmd 3.134e+43 6.19  6.19  9.707e+38 0.00096   2629 
diHPCARP_Ib.tptpmptpd 6.669e+43 6.64  6.64  9.657e+38 0.000955  2630 
diHPCARP_Ib.ptpmmmmpd 3.196e+43 6.21  6.21  9.641e+38 0.000954  2631 
diHPCARP_Ib.ppmpmmppd 4.681e+43 6.44  6.44  9.511e+38 0.000941  2632 
diHPCARP_Ib.ptmppmtmd 1.844e+44 7.26  7.26  9.436e+38 0.000933  2633 
diHPCARP_Ib.ptpppmtmd 2.967e+44 7.55  7.55  9.394e+38 0.000929  2634 
diHPCARP_Ib.mtmtptmmd 1.759e+44 7.24  7.24  9.369e+38 0.000927  2635 
diHPCARP_Ib.ppttpttpd 1.134e+45 8.35  8.35  9.353e+38 0.000925  2636 
diHPCARP_Ib.mmtpmppmd 3.659e+44 7.68  7.68  9.297e+38 0.00092   2637 
diHPCARP_Ib.tmmpmtppd 9.974e+43 6.91  6.91  9.199e+38 0.00091   2638 
diHPCARP_Ib.ptttmtpmd 2.252e+44 7.40  7.40  9.184e+38 0.000908  2639 
diHPCARP_Ib.tmmppttpd 6.421e+43 6.66  6.66  9.047e+38 0.000895  2640 
diHPCARP_Ib.mmpmmmmpd 1.984e+43 5.96  5.96  9.046e+38 0.000895  2641 
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diHPCARP_Ib.mttmpttmd 1.683e+44 7.23  7.23  9.042e+38 0.000894  2642 
diHPCARP_Ib.pmmtmpmpd 1.382e+43 5.74  5.74  9.031e+38 0.000893  2643 
diHPCARP_Ib.tmmpmtpmd 1.462e+44 7.15  7.15  9.031e+38 0.000893  2644 
diHPCARP_Ib.tmmtmttmd 5.981e+44 7.99  7.99  9.004e+38 0.000891  2645 
diHPCARP_Ib.mtmtmttpd 4.642e+44 7.84  7.84  8.954e+38 0.000886  2646 
diHPCARP_Ib.tpptmtppd 5.830e+44 7.98  7.98  8.894e+38 0.00088   2647 
diHPCARP_Ib.pmttmmppd 1.284e+44 7.08  7.08  8.877e+38 0.000878  2648 
diHPCARP_Ib.ttpppmmmd 2.057e+43 5.99  5.99  8.869e+38 0.000877  2649 
diHPCARP_Ib.pmtmpmmpd 5.987e+43 6.64  6.64  8.685e+38 0.000859  2650 
diHPCARP_Ib.tmmtptpmd 2.026e+44 7.38  7.38  8.565e+38 0.000847  2651 
diHPCARP_Ib.mptpmttpd 1.769e+44 7.30  7.30  8.440e+38 0.000835  2652 
diHPCARP_Ib.mtmtpttpd 3.982e+44 7.79  7.79  8.361e+38 0.000827  2653 
diHPCARP_Ib.tmmpptmpd 4.151e+43 6.46  6.46  8.204e+38 0.000812  2654 
diHPCARP_Ib.tpppmtmpd 9.510e+43 6.95  6.95  8.160e+38 0.000807  2655 
diHPCARP_Ib.mtppmptpd 3.588e+43 6.38  6.38  8.137e+38 0.000805  2656 
diHPCARP_Ib.ttptpttmd 3.569e+44 7.75  7.75  8.012e+38 0.000793  2657 
diHPCARP_Ib.mmppmtmmd 1.414e+43 5.84  5.84  7.937e+38 0.000785  2658 
diHPCARP_Ib.ppmmmmtpd 8.912e+43 6.93  6.93  7.907e+38 0.000782  2659 
diHPCARP_Ib.mmmmmmtmd 1.992e+44 7.42  7.42  7.894e+38 0.000781  2660 
diHPCARP_Ib.tmmtptmmd 2.100e+44 7.45  7.45  7.883e+38 0.00078   2661 
diHPCARP_Ib.mptpmtpmd 7.022e+44 8.17  8.17  7.806e+38 0.000772  2662 
diHPCARP_Ib.mmmtmttpd 2.427e+44 7.55  7.55  7.682e+38 0.00076   2663 
diHPCARP_Ib.tpmpmtmpd 4.785e+43 6.58  6.58  7.670e+38 0.000759  2664 
diHPCARP_Ib.mmmmmmpmd 2.133e+44 7.48  7.48  7.629e+38 0.000755  2665 
diHPCARP_Ib.mtttmtmmd 2.129e+44 7.48  7.48  7.585e+38 0.00075   2666 
diHPCARP_Ib.tmppmmmmd 1.780e+43 6.01  6.01  7.485e+38 0.00074   2667 
diHPCARP_Ib.tppppttmd 4.012e+44 7.88  7.88  7.318e+38 0.000724  2668 
diHPCARP_Ib.tttmpmmmd 2.709e+43 6.27  6.27  7.283e+38 0.00072   2669 
diHPCARP_Ib.pmmpmtpmd 1.578e+43 5.96  5.96  7.205e+38 0.000713  2670 
diHPCARP_Ib.tmmtpmmmd 1.330e+44 7.23  7.23  7.196e+38 0.000712  2671 
diHPCARP_Ib.ttmtpttmd 2.319e+44 7.56  7.56  7.172e+38 0.000709  2672 
diHPCARP_Ib.mmmtptppd 1.618e+44 7.35  7.35  7.159e+38 0.000708  2673 
diHPCARP_Ib.tmtpmptpd 7.666e+43 6.91  6.91  7.149e+38 0.000707  2674 
diHPCARP_Ib.ptmtmmpmd 1.715e+44 7.40  7.40  6.960e+38 0.000688  2675 
diHPCARP_Ib.pttmppmpd 3.871e+43 6.52  6.52  6.885e+38 0.000681  2676 
diHPCARP_Ib.mtmpptppd 4.298e+43 6.59  6.59  6.848e+38 0.000677  2677 
diHPCARP_Ib.ptpmppmpd 5.267e+42 5.34  5.34  6.775e+38 0.00067   2678 
diHPCARP_Ib.ttttmtmmd 1.542e+44 7.36  7.36  6.723e+38 0.000665  2679 
diHPCARP_Ib.mpmtpttpd 2.339e+44 7.61  7.61  6.711e+38 0.000664  2680 
diHPCARP_Ib.mttpptpmd 4.911e+44 8.05  8.05  6.708e+38 0.000663  2681 
diHPCARP_Ib.ptmtmmtmd 2.328e+44 7.62  7.62  6.585e+38 0.000651  2682 
diHPCARP_Ib.tpttptpmd 3.974e+44 7.94  7.94  6.559e+38 0.000649  2683 
diHPCARP_Ib.tptppttpd 5.760e+44 8.17  8.17  6.489e+38 0.000642  2684 
diHPCARP_Ib.ptmppmpmd 1.250e+44 7.26  7.26  6.434e+38 0.000636  2685 
diHPCARP_Ib.tmmppmmmd 2.942e+43 6.40  6.40  6.375e+38 0.000631  2686 
diHPCARP_Ib.mmmppttpd 5.692e+43 6.80  6.80  6.319e+38 0.000625  2687 
diHPCARP_Ib.pmmtmtppd 6.758e+43 6.92  6.92  6.179e+38 0.000611  2688 
diHPCARP_Ib.pmmtptmmd 1.012e+44 7.16  7.16  6.159e+38 0.000609  2689 
diHPCARP_Ib.mmtppppmd 2.705e+44 7.75  7.75  6.064e+38 0.0006    2690 
diHPCARP_Ib.mmmtmtppd 1.811e+44 7.52  7.52  6.058e+38 0.000599  2691 
diHPCARP_Ib.ttmtmttmd 2.132e+44 7.62  7.62  6.043e+38 0.000598  2692 
diHPCARP_Ib.tttmptpmd 1.204e+44 7.28  7.28  6.005e+38 0.000594  2693 
diHPCARP_Ib.tmmpmptpd 3.306e+43 6.51  6.51  5.973e+38 0.000591  2694 
diHPCARP_Ib.mmmpmtmmd 1.159e+44 7.26  7.26  5.919e+38 0.000586  2695 
diHPCARP_Ib.ppppppmpd 2.910e+43 6.44  6.44  5.893e+38 0.000583  2696 
diHPCARP_Ib.mtptmmtpd 4.206e+44 8.04  8.04  5.844e+38 0.000578  2697 
diHPCARP_Ib.mmmmmmmpd 1.271e+44 7.33  7.33  5.833e+38 0.000577  2698 
diHPCARP_Ib.ttmtmttpd 1.897e+44 7.57  7.57  5.794e+38 0.000573  2699 
diHPCARP_Ib.ttppmppmd 2.394e+43 6.35  6.35  5.678e+38 0.000562  2700 
diHPCARP_Ib.tmmpmpppd 2.585e+43 6.40  6.40  5.658e+38 0.00056   2701 
diHPCARP_Ib.ptmtmttmd 2.519e+43 6.38  6.38  5.625e+38 0.000556  2702 
diHPCARP_Ib.ttmtpttpd 1.675e+44 7.53  7.53  5.482e+38 0.000542  2703 
diHPCARP_Ib.ttmtpmmmd 6.991e+43 7.01  7.01  5.482e+38 0.000542  2704 
diHPCARP_Ib.ptmtmtpmd 2.203e+43 6.32  6.32  5.480e+38 0.000542  2705 
diHPCARP_Ib.tpptmttpd 4.724e+44 8.16  8.16  5.413e+38 0.000535  2706 
diHPCARP_Ib.pmmtpttmd 5.119e+43 6.83  6.83  5.405e+38 0.000535  2707 
diHPCARP_Ib.tptmptmpd 1.733e+44 7.56  7.56  5.403e+38 0.000534  2708 
diHPCARP_Ib.tpppmttmd 1.684e+44 7.54  7.54  5.394e+38 0.000534  2709 
diHPCARP_Ib.pmmtmttpd 8.234e+43 7.14  7.14  5.177e+38 0.000512  2710 
diHPCARP_Ib.tpmpmtppd 3.472e+43 6.64  6.64  5.047e+38 0.000499  2711 
diHPCARP_Ib.tpttptppd 2.593e+44 7.85  7.85  4.978e+38 0.000492  2712 
diHPCARP_Ib.pttpptmpd 1.600e+44 7.56  7.56  4.954e+38 0.00049   2713 
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diHPCARP_Ib.ppptmtmpd 1.793e+44 7.65  7.65  4.828e+38 0.000478  2714 
diHPCARP_Ib.mptpmmmmd 7.243e+44 8.48  8.48  4.826e+38 0.000477  2715 
diHPCARP_Ib.ptmtptmmd 1.177e+44 7.40  7.40  4.782e+38 0.000473  2716 
diHPCARP_Ib.tpttmtpmd 4.967e+44 8.26  8.26  4.767e+38 0.000472  2717 
diHPCARP_Ib.tptmptmmd 2.919e+44 7.94  7.94  4.766e+38 0.000471  2718 
diHPCARP_Ib.ppptmmppd 2.993e+44 7.96  7.96  4.743e+38 0.000469  2719 
diHPCARP_Ib.ttpmptmpd 1.010e+43 5.94  5.94  4.727e+38 0.000468  2720 
diHPCARP_Ib.tmttmpmmd 1.130e+44 7.40  7.40  4.633e+38 0.000458  2721 
diHPCARP_Ib.tppmmmtmd 1.062e+44 7.36  7.36  4.623e+38 0.000457  2722 
diHPCARP_Ib.tpttmtppd 3.574e+44 8.09  8.09  4.598e+38 0.000455  2723 
diHPCARP_Ib.mptmpttmd 9.890e+44 8.71  8.71  4.475e+38 0.000443  2724 
diHPCARP_Ib.tttmptppd 1.266e+44 7.49  7.49  4.433e+38 0.000439  2725 
diHPCARP_Ib.tpptmtpmd 1.527e+45 8.98  8.98  4.389e+38 0.000434  2726 
diHPCARP_Ib.ppttptmmd 1.118e+45 8.79  8.79  4.385e+38 0.000434  2727 
diHPCARP_Ib.ppttpttmd 7.815e+44 8.58  8.58  4.376e+38 0.000433  2728 
diHPCARP_Ib.ttptmttpd 2.491e+44 7.91  7.91  4.331e+38 0.000428  2729 
diHPCARP_Ib.tppmmppmd 1.530e+44 7.62  7.62  4.309e+38 0.000426  2730 
diHPCARP_Ib.mmtpppmpd 1.645e+44 7.66  7.66  4.308e+38 0.000426  2731 
diHPCARP_Ib.ppmtppmpd 6.431e+43 7.11  7.11  4.284e+38 0.000424  2732 
diHPCARP_Ib.mtmpmmtpd 6.507e+43 7.12  7.12  4.204e+38 0.000416  2733 
diHPCARP_Ib.pmttmmmpd 1.997e+44 7.80  7.80  4.185e+38 0.000414  2734 
diHPCARP_Ib.ttptmtpmd 9.829e+44 8.75  8.75  4.142e+38 0.00041   2735 
diHPCARP_Ib.ppttmttpd 8.571e+44 8.67  8.67  4.119e+38 0.000407  2736 
diHPCARP_Ib.pmmpmpmmd 4.517e+42 5.55  5.55  4.116e+38 0.000407  2737 
diHPCARP_Ib.pmmtmtmpd 3.688e+43 6.80  6.80  4.081e+38 0.000404  2738 
diHPCARP_Ib.ttttmttmd 2.019e+45 9.19  9.19  4.079e+38 0.000403  2739 
diHPCARP_Ib.tmmpptmmd 1.612e+44 7.69  7.69  4.061e+38 0.000402  2740 
diHPCARP_Ib.ppttpmpmd 4.337e+44 8.28  8.28  4.051e+38 0.000401  2741 
diHPCARP_Ib.ttttmpmmd 1.043e+44 7.43  7.43  4.024e+38 0.000398  2742 
diHPCARP_Ib.ttttpmmmd 1.044e+44 7.43  7.43  4.021e+38 0.000398  2743 
diHPCARP_Ib.ptttmtmmd 1.076e+44 7.46  7.46  3.930e+38 0.000389  2744 
diHPCARP_Ib.pmppmttpd 4.677e+43 6.97  6.97  3.902e+38 0.000386  2745 
diHPCARP_Ib.tppmmttpd 2.454e+44 7.96  7.96  3.900e+38 0.000386  2746 
diHPCARP_Ib.tpttptmpd 4.636e+44 8.34  8.34  3.894e+38 0.000385  2747 
diHPCARP_Ib.pttpmtmpd 5.505e+43 7.08  7.08  3.812e+38 0.000377  2748 
diHPCARP_Ib.ptmppttmd 4.466e+43 6.96  6.96  3.797e+38 0.000376  2749 
diHPCARP_Ib.mtmtpttmd 2.275e+44 7.94  7.94  3.734e+38 0.000369  2750 
diHPCARP_Ib.tmmpmpmpd 1.855e+43 6.45  6.45  3.719e+38 0.000368  2751 
diHPCARP_Ib.pmmtpmmpd 4.375e+43 6.96  6.96  3.695e+38 0.000365  2752 
diHPCARP_Ib.tppmmptpd 6.037e+43 7.16  7.16  3.674e+38 0.000363  2753 
diHPCARP_Ib.mtppmmtpd 1.382e+44 7.67  7.67  3.562e+38 0.000352  2754 
diHPCARP_Ib.tmtpppppd 2.062e+44 7.92  7.92  3.534e+38 0.00035   2755 
diHPCARP_Ib.ttptptpmd 7.966e+44 8.72  8.72  3.526e+38 0.000349  2756 
diHPCARP_Ib.tpttpttpd 1.818e+45 9.21  9.21  3.523e+38 0.000348  2757 
diHPCARP_Ib.ttttmtmpd 1.512e+44 7.74  7.74  3.485e+38 0.000345  2758 
diHPCARP_Ib.mpmtptmpd 1.233e+44 7.62  7.62  3.469e+38 0.000343  2759 
diHPCARP_Ib.pptmmttpd 6.819e+44 8.64  8.64  3.466e+38 0.000343  2760 
diHPCARP_Ib.ptttpttmd 1.470e+44 7.73  7.73  3.410e+38 0.000337  2761 
diHPCARP_Ib.pptmpmmmd 2.386e+44 8.02  8.02  3.407e+38 0.000337  2762 
diHPCARP_Ib.mptppmpmd 4.273e+44 8.37  8.37  3.399e+38 0.000336  2763 
diHPCARP_Ib.mmmmpmtmd 1.161e+44 7.60  7.60  3.384e+38 0.000335  2764 
diHPCARP_Ib.mptpmtppd 1.086e+44 7.57  7.57  3.334e+38 0.00033   2765 
diHPCARP_Ib.mpmmmpppd 7.585e+43 7.36  7.36  3.308e+38 0.000327  2766 
diHPCARP_Ib.mpmmpttmd 4.107e+43 7.00  7.00  3.253e+38 0.000322  2767 
diHPCARP_Ib.pmmtptmpd 4.037e+44 8.37  8.37  3.233e+38 0.00032   2768 
diHPCARP_Ib.tttmpmtmd 5.773e+43 7.21  7.21  3.219e+38 0.000318  2769 
diHPCARP_Ib.ptmppmmmd 1.118e+44 7.61  7.61  3.215e+38 0.000318  2770 
diHPCARP_Ib.mmmtptmmd 1.808e+44 7.90  7.90  3.165e+38 0.000313  2771 
diHPCARP_Ib.tppppptpd 1.435e+44 7.77  7.77  3.122e+38 0.000309  2772 
diHPCARP_Ib.ptmppttpd 1.059e+45 8.97  8.97  3.103e+38 0.000307  2773 
diHPCARP_Ib.mmtpmpmpd 2.125e+44 8.02  8.02  3.079e+38 0.000305  2774 
diHPCARP_Ib.tpmmmmmmd 6.394e+43 7.30  7.30  3.066e+38 0.000303  2775 
diHPCARP_Ib.ttmtmmmmd 8.516e+43 7.48  7.48  3.044e+38 0.000301  2776 
diHPCARP_Ib.mmptpptmd 1.230e+44 7.72  7.72  2.926e+38 0.000289  2777 
diHPCARP_Ib.mpppmmpmd 1.359e+44 7.79  7.79  2.853e+38 0.000282  2778 
diHPCARP_Ib.ttttpttmd 6.719e+44 8.75  8.75  2.850e+38 0.000282  2779 
diHPCARP_Ib.tpttptmmd 6.038e+44 8.69  8.69  2.798e+38 0.000277  2780 
diHPCARP_Ib.ttttptpmd 4.505e+44 8.53  8.53  2.745e+38 0.000272  2781 
diHPCARP_Ib.tttmmmmmd 6.727e+43 7.40  7.40  2.728e+38 0.00027   2782 
diHPCARP_Ib.ptttppmpd 1.471e+44 7.88  7.88  2.652e+38 0.000262  2783 
diHPCARP_Ib.pmmtpttpd 3.369e+44 8.38  8.38  2.639e+38 0.000261  2784 
diHPCARP_Ib.mtptmmtmd 2.522e+44 8.21  8.21  2.622e+38 0.000259  2785 
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diHPCARP_Ib.tmtpmpppd 2.120e+44 8.12  8.12  2.591e+38 0.000256  2786 
diHPCARP_Ib.tpmmpptpd 1.134e+44 7.74  7.74  2.590e+38 0.000256  2787 
diHPCARP_Ib.ppmtpptpd 2.130e+44 8.12  8.12  2.590e+38 0.000256  2788 
diHPCARP_Ib.mmmpmpppd 1.397e+43 6.50  6.50  2.581e+38 0.000255  2789 
diHPCARP_Ib.mpmtpmppd 1.419e+44 7.89  7.89  2.534e+38 0.000251  2790 
diHPCARP_Ib.mmmpptmmd 2.697e+43 6.91  6.91  2.487e+38 0.000246  2791 
diHPCARP_Ib.mtmtmttmd 2.590e+44 8.26  8.26  2.470e+38 0.000244  2792 
diHPCARP_Ib.mptpptmmd 4.735e+44 8.63  8.63  2.431e+38 0.00024   2793 
diHPCARP_Ib.tttmmtppd 4.567e+44 8.63  8.63  2.354e+38 0.000233  2794 
diHPCARP_Ib.pmmtptppd 3.013e+44 8.38  8.38  2.351e+38 0.000233  2795 
diHPCARP_Ib.tpttmtmpd 5.459e+44 8.74  8.74  2.333e+38 0.000231  2796 
diHPCARP_Ib.mmtpmmtpd 7.643e+43 7.57  7.57  2.333e+38 0.000231  2797 
diHPCARP_Ib.pmtmmmmmd 5.334e+43 7.36  7.36  2.317e+38 0.000229  2798 
diHPCARP_Ib.ttptmtmmd 3.608e+44 8.50  8.50  2.308e+38 0.000228  2799 
diHPCARP_Ib.tmmpptppd 5.396e+43 7.38  7.38  2.272e+38 0.000225  2800 
diHPCARP_Ib.mmmmpmpmd 5.424e+43 7.39  7.39  2.256e+38 0.000223  2801 
diHPCARP_Ib.tttmmtpmd 3.509e+44 8.51  8.51  2.234e+38 0.000221  2802 
diHPCARP_Ib.mptmpmpmd 1.779e+44 8.11  8.11  2.212e+38 0.000219  2803 
diHPCARP_Ib.ptptpttmd 5.200e+43 7.38  7.38  2.187e+38 0.000216  2804 
diHPCARP_Ib.pmmmmmmmd 2.700e+43 7.00  7.00  2.163e+38 0.000214  2805 
diHPCARP_Ib.pttmpptpd 4.893e+43 7.35  7.35  2.151e+38 0.000213  2806 
diHPCARP_Ib.mpmtppppd 1.317e+44 7.95  7.95  2.127e+38 0.00021   2807 
diHPCARP_Ib.ptmtpptpd 1.047e+44 7.82  7.82  2.119e+38 0.00021   2808 
diHPCARP_Ib.mmtmptmmd 7.477e+43 7.63  7.63  2.061e+38 0.000204  2809 
diHPCARP_Ib.tpppmptpd 1.533e+44 8.06  8.06  2.050e+38 0.000203  2810 
diHPCARP_Ib.ptmtpttpd 4.696e+44 8.74  8.74  2.007e+38 0.000198  2811 
diHPCARP_Ib.pmppmmmpd 6.452e+42 6.19  6.19  1.999e+38 0.000198  2812 
diHPCARP_Ib.mtppptmmd 7.823e+43 7.68  7.68  1.992e+38 0.000197  2813 
diHPCARP_Ib.ppmtppppd 9.057e+43 7.77  7.77  1.989e+38 0.000197  2814 
diHPCARP_Ib.mtppmmtmd 2.168e+44 8.29  8.29  1.966e+38 0.000194  2815 
diHPCARP_Ib.mmttptmmd 2.848e+44 8.46  8.46  1.963e+38 0.000194  2816 
diHPCARP_Ib.tpmmppmpd 3.450e+43 7.20  7.20  1.955e+38 0.000193  2817 
diHPCARP_Ib.tpptptppd 3.728e+44 8.63  8.63  1.936e+38 0.000192  2818 
diHPCARP_Ib.mppppptmd 1.258e+44 7.98  7.98  1.928e+38 0.000191  2819 
diHPCARP_Ib.ttmppmmmd 2.494e+43 7.02  7.02  1.927e+38 0.000191  2820 
diHPCARP_Ib.mmtmmtmmd 2.533e+44 8.41  8.41  1.900e+38 0.000188  2821 
diHPCARP_Ib.mtmppmmpd 1.324e+43 6.66  6.66  1.874e+38 0.000185  2822 
diHPCARP_Ib.mmmmmmppd 2.387e+44 8.40  8.40  1.812e+38 0.000179  2823 
diHPCARP_Ib.tpmmmmtmd 1.164e+44 7.97  7.97  1.810e+38 0.000179  2824 
diHPCARP_Ib.ttmtptppd 3.473e+44 8.63  8.63  1.809e+38 0.000179  2825 
diHPCARP_Ib.ttpmppmmd 7.080e+42 6.31  6.31  1.807e+38 0.000179  2826 
diHPCARP_Ib.ttmtpmtmd 1.210e+44 8.00  8.00  1.806e+38 0.000179  2827 
diHPCARP_Ib.ttmtmtpmd 3.417e+44 8.62  8.62  1.803e+38 0.000178  2828 
diHPCARP_Ib.ttmtptpmd 3.504e+44 8.63  8.63  1.799e+38 0.000178  2829 
diHPCARP_Ib.pttmpttpd 1.695e+44 8.21  8.21  1.771e+38 0.000175  2830 
diHPCARP_Ib.mtpmpmtmd 1.407e+44 8.10  8.10  1.755e+38 0.000174  2831 
diHPCARP_Ib.ttttptppd 4.193e+44 8.76  8.76  1.750e+38 0.000173  2832 
diHPCARP_Ib.tpptpttpd 4.026e+44 8.74  8.74  1.741e+38 0.000172  2833 
diHPCARP_Ib.mmmpptppd 5.206e+43 7.52  7.52  1.738e+38 0.000172  2834 
diHPCARP_Ib.ppmpptpmd 8.043e+43 7.78  7.78  1.730e+38 0.000171  2835 
diHPCARP_Ib.ttttpttpd 5.564e+44 8.94  8.94  1.722e+38 0.00017   2836 
diHPCARP_Ib.tmtpmpmpd 2.287e+44 8.42  8.42  1.681e+38 0.000166  2837 
diHPCARP_Ib.tpptmttmd 8.766e+44 9.23  9.23  1.667e+38 0.000165  2838 
diHPCARP_Ib.tmtpppmpd 1.270e+44 8.09  8.09  1.634e+38 0.000162  2839 
diHPCARP_Ib.tpppmtmmd 1.459e+44 8.17  8.17  1.621e+38 0.00016   2840 
diHPCARP_Ib.ttppptmmd 5.815e+43 7.65  7.65  1.563e+38 0.000155  2841 
diHPCARP_Ib.ptmpptpmd 5.154e+43 7.58  7.58  1.548e+38 0.000153  2842 
diHPCARP_Ib.mttmptpmd 1.062e+44 8.03  8.03  1.510e+38 0.000149  2843 
diHPCARP_Ib.mtppppppd 3.550e+43 7.37  7.37  1.509e+38 0.000149  2844 
diHPCARP_Ib.tpppmpppd 1.040e+44 8.04  8.04  1.453e+38 0.000144  2845 
diHPCARP_Ib.tppmmtppd 1.660e+44 8.32  8.32  1.438e+38 0.000142  2846 
diHPCARP_Ib.ptmtmttpd 6.666e+44 9.15  9.15  1.433e+38 0.000142  2847 
diHPCARP_Ib.mpptmtmpd 3.113e+43 7.34  7.34  1.395e+38 0.000138  2848 
diHPCARP_Ib.mmmmmmtpd 9.824e+43 8.05  8.05  1.348e+38 0.000133  2849 
diHPCARP_Ib.mpmmptpmd 3.058e+43 7.36  7.36  1.332e+38 0.000132  2850 
diHPCARP_Ib.mmttmtmmd 4.019e+44 8.91  8.91  1.298e+38 0.000128  2851 
diHPCARP_Ib.pmppmtmpd 1.560e+43 6.98  6.98  1.294e+38 0.000128  2852 
diHPCARP_Ib.ttttmtpmd 5.542e+44 9.11  9.11  1.290e+38 0.000128  2853 
diHPCARP_Ib.pppmmmpmd 1.783e+44 8.43  8.43  1.278e+38 0.000126  2854 
diHPCARP_Ib.ttppmmppd 2.746e+44 8.70  8.70  1.265e+38 0.000125  2855 
diHPCARP_Ib.tpptptpmd 6.825e+44 9.25  9.25  1.256e+38 0.000124  2856 
diHPCARP_Ib.ttttmtppd 7.987e+44 9.34  9.34  1.250e+38 0.000124  2857 
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diHPCARP_Ib.mmptmptpd 2.563e+44 8.67  8.67  1.241e+38 0.000123  2858 
diHPCARP_Ib.mmtmpptmd 2.095e+44 8.55  8.55  1.236e+38 0.000122  2859 
diHPCARP_Ib.mtptmtmpd 1.745e+44 8.45  8.45  1.227e+38 0.000121  2860 
diHPCARP_Ib.ttmtpmpmd 8.800e+44 9.41  9.41  1.227e+38 0.000121  2861 
diHPCARP_Ib.ppmpppmpd 5.420e+43 7.76  7.76  1.199e+38 0.000119  2862 
diHPCARP_Ib.tptmpptpd 2.904e+44 8.79  8.79  1.157e+38 0.000114  2863 
diHPCARP_Ib.mptmpptmd 1.733e+44 8.48  8.48  1.149e+38 0.000114  2864 
diHPCARP_Ib.tttmmttmd 4.332e+44 9.04  9.04  1.130e+38 0.000112  2865 
diHPCARP_Ib.pttmptmpd 4.670e+43 7.71  7.71  1.124e+38 0.000111  2866 
diHPCARP_Ib.mtppmmmpd 6.796e+43 7.94  7.94  1.116e+38 0.00011   2867 
diHPCARP_Ib.tpttmtmmd 5.547e+44 9.19  9.19  1.115e+38 0.00011   2868 
diHPCARP_Ib.mmtmmpmpd 1.962e+44 8.57  8.57  1.114e+38 0.00011   2869 
diHPCARP_Ib.mttpmpppd 1.445e+44 8.40  8.40  1.101e+38 0.000109  2870 
diHPCARP_Ib.ttptmtmpd 2.391e+44 8.71  8.71  1.088e+38 0.000108  2871 
diHPCARP_Ib.tmpmpmmmd 2.811e+43 7.44  7.44  1.073e+38 0.000106  2872 
diHPCARP_Ib.ttmtmtppd 2.771e+44 8.81  8.81  1.063e+38 0.000105  2873 
diHPCARP_Ib.ttppptmpd 7.253e+43 8.01  8.01  1.060e+38 0.000105  2874 
diHPCARP_Ib.mppppttmd 1.272e+44 8.35  8.35  1.048e+38 0.000104  2875 
diHPCARP_Ib.tpmmmtmpd 9.697e+43 8.19  8.19  1.040e+38 0.000103  2876 
diHPCARP_Ib.mptpmpmpd 2.817e+44 8.85  8.85  1.002e+38 9.91e-05  2877 
diHPCARP_Ib.tpmmmtpmd 5.020e+44 9.22  9.22  9.688e+37 9.58e-05  2878 
diHPCARP_Ib.mptpmpmmd 1.466e+44 8.48  8.48  9.667e+37 9.56e-05  2879 
diHPCARP_Ib.tpppmpmpd 6.777e+43 8.03  8.03  9.624e+37 9.52e-05  2880 
diHPCARP_Ib.pppmmtmpd 1.481e+44 8.50  8.50  9.465e+37 9.36e-05  2881 
diHPCARP_Ib.tpmtpmmmd 1.969e+44 8.68  8.68  9.415e+37 9.31e-05  2882 
diHPCARP_Ib.mtttptpmd 4.346e+44 9.15  9.15  9.326e+37 9.23e-05  2883 
diHPCARP_Ib.mpppmptmd 6.822e+43 8.06  8.06  9.191e+37 9.09e-05  2884 
diHPCARP_Ib.ttmtmmtmd 1.547e+44 8.56  8.56  8.999e+37 8.9e-05   2885 
diHPCARP_Ib.mtttpttmd 6.867e+44 9.45  9.45  8.980e+37 8.88e-05  2886 
diHPCARP_Ib.ppmppptpd 8.763e+43 8.22  8.22  8.935e+37 8.84e-05  2887 
diHPCARP_Ib.mpmmpmmpd 4.528e+43 7.84  7.84  8.819e+37 8.72e-05  2888 
diHPCARP_Ib.mpppmttmd 1.291e+44 8.46  8.46  8.804e+37 8.71e-05  2889 
diHPCARP_Ib.mmmpmmmmd 2.865e+43 7.57  7.57  8.791e+37 8.7e-05   2890 
diHPCARP_Ib.mmmtmptpd 5.961e+43 8.01  8.01  8.772e+37 8.68e-05  2891 
diHPCARP_Ib.mptpmtmmd 2.010e+44 8.73  8.73  8.761e+37 8.67e-05  2892 
diHPCARP_Ib.mmtmppmpd 1.841e+44 8.68  8.68  8.712e+37 8.62e-05  2893 
diHPCARP_Ib.mtptmpppd 6.250e+43 8.04  8.04  8.687e+37 8.59e-05  2894 
diHPCARP_Ib.pttmmpmpd 1.210e+44 8.44  8.44  8.670e+37 8.58e-05  2895 
diHPCARP_Ib.mmtmpppmd 2.123e+44 8.77  8.77  8.645e+37 8.55e-05  2896 
diHPCARP_Ib.tttmpmpmd 9.835e+43 8.32  8.32  8.588e+37 8.49e-05  2897 
diHPCARP_Ib.mtpppmtpd 1.908e+44 8.71  8.71  8.567e+37 8.47e-05  2898 
diHPCARP_Ib.tpppppppd 7.211e+43 8.14  8.14  8.503e+37 8.41e-05  2899 
diHPCARP_Ib.ptptmmpmd 1.927e+44 8.74  8.74  8.269e+37 8.18e-05  2900 
diHPCARP_Ib.tpmmmtmmd 3.190e+44 9.05  9.05  8.212e+37 8.12e-05  2901 
diHPCARP_Ib.mmtpmpppd 4.340e+44 9.24  9.24  8.051e+37 7.96e-05  2902 
diHPCARP_Ib.mttmmtpmd 3.939e+44 9.19  9.19  7.988e+37 7.9e-05   2903 
diHPCARP_Ib.tpmmmttmd 3.498e+44 9.12  9.12  7.940e+37 7.85e-05  2904 
diHPCARP_Ib.tpmmmttpd 1.658e+44 8.68  8.68  7.833e+37 7.75e-05  2905 
diHPCARP_Ib.tmpmmttmd 1.973e+43 7.43  7.43  7.583e+37 7.5e-05   2906 
diHPCARP_Ib.tmpmppmmd 1.998e+43 7.45  7.45  7.471e+37 7.39e-05  2907 
diHPCARP_Ib.tttmmttpd 4.256e+44 9.28  9.28  7.421e+37 7.34e-05  2908 
diHPCARP_Ib.tmptmptpd 2.973e+45 10.44 10.44 7.420e+37 7.34e-05  2909 
diHPCARP_Ib.mpptpptmd 7.858e+43 8.28  8.28  7.348e+37 7.27e-05  2910 
diHPCARP_Ib.mmtppmppd 3.888e+44 9.23  9.23  7.305e+37 7.23e-05  2911 
diHPCARP_Ib.mppppmpmd 8.138e+43 8.30  8.30  7.261e+37 7.18e-05  2912 
diHPCARP_Ib.tpmmmptmd 9.011e+43 8.37  8.37  7.214e+37 7.14e-05  2913 
diHPCARP_Ib.mmtmmppmd 2.509e+44 8.98  8.98  7.211e+37 7.13e-05  2914 
diHPCARP_Ib.tpptmmmmd 1.494e+44 8.68  8.68  7.112e+37 7.03e-05  2915 
diHPCARP_Ib.tpptmptpd 2.967e+44 9.10  9.10  7.019e+37 6.94e-05  2916 
diHPCARP_Ib.mptmmtmmd 6.448e+44 9.58  9.58  6.771e+37 6.7e-05   2917 
diHPCARP_Ib.ptptptpmd 2.164e+43 7.57  7.57  6.626e+37 6.55e-05  2918 
diHPCARP_Ib.ptmtptmpd 1.378e+44 8.67  8.67  6.617e+37 6.55e-05  2919 
diHPCARP_Ib.tmmmmmtpd 2.122e+44 8.93  8.93  6.603e+37 6.53e-05  2920 
diHPCARP_Ib.ptmtmtmpd 1.326e+44 8.66  8.66  6.552e+37 6.48e-05  2921 
diHPCARP_Ib.mpppmppmd 9.322e+43 8.46  8.46  6.415e+37 6.35e-05  2922 
diHPCARP_Ib.tmtmpptpd 1.701e+44 8.83  8.83  6.297e+37 6.23e-05  2923 
diHPCARP_Ib.ppppptmpd 2.026e+44 8.94  8.94  6.223e+37 6.16e-05  2924 
diHPCARP_Ib.mtmtptpmd 2.552e+44 9.08  9.08  6.221e+37 6.15e-05  2925 
diHPCARP_Ib.tppmmtpmd 6.666e+44 9.66  9.66  6.158e+37 6.09e-05  2926 
diHPCARP_Ib.mptpppmmd 2.940e+44 9.17  9.17  6.152e+37 6.08e-05  2927 
diHPCARP_Ib.ttmpmttmd 5.259e+43 8.17  8.17  5.897e+37 5.83e-05  2928 
diHPCARP_Ib.mmmmmmmmd 1.728e+44 8.88  8.88  5.859e+37 5.79e-05  2929 
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diHPCARP_Ib.mmptmpppd 1.370e+44 8.75  8.75  5.801e+37 5.74e-05  2930 
diHPCARP_Ib.mpttptpmd 5.478e+44 9.58  9.58  5.762e+37 5.7e-05   2931 
diHPCARP_Ib.pmmpptmpd 4.750e+43 8.12  8.12  5.734e+37 5.67e-05  2932 
diHPCARP_Ib.mptmmmpmd 3.887e+44 9.38  9.38  5.722e+37 5.66e-05  2933 
diHPCARP_Ib.mptmptmmd 1.241e+44 8.70  8.70  5.710e+37 5.65e-05  2934 
diHPCARP_Ib.tmpmptmmd 3.181e+43 7.89  7.89  5.699e+37 5.64e-05  2935 
diHPCARP_Ib.mtptmmpmd 2.491e+44 9.12  9.12  5.657e+37 5.6e-05   2936 
diHPCARP_Ib.mpmtmptpd 9.575e+43 8.55  8.55  5.636e+37 5.57e-05  2937 
diHPCARP_Ib.ptmppmmpd 1.811e+43 7.56  7.56  5.636e+37 5.57e-05  2938 
diHPCARP_Ib.ttmpmttpd 4.678e+43 8.13  8.13  5.567e+37 5.51e-05  2939 
diHPCARP_Ib.tptpmpppd 2.055e+44 9.02  9.02  5.564e+37 5.5e-05   2940 
diHPCARP_Ib.ttmpmmpmd 9.168e+43 8.55  8.55  5.438e+37 5.38e-05  2941 
diHPCARP_Ib.ttmpmmppd 8.456e+43 8.50  8.50  5.427e+37 5.37e-05  2942 
diHPCARP_Ib.tptpmpmpd 2.086e+44 9.04  9.04  5.402e+37 5.34e-05  2943 
diHPCARP_Ib.mmpmptmmd 3.241e+43 7.93  7.93  5.397e+37 5.34e-05  2944 
diHPCARP_Ib.mtppmmmmd 4.803e+43 8.17  8.17  5.352e+37 5.29e-05  2945 
diHPCARP_Ib.ptppmmpmd 1.931e+44 9.01  9.01  5.266e+37 5.21e-05  2946 
diHPCARP_Ib.ptptpmtmd 2.073e+44 9.06  9.06  5.186e+37 5.13e-05  2947 
diHPCARP_Ib.tmmppmppd 6.689e+43 8.40  8.40  5.106e+37 5.05e-05  2948 
diHPCARP_Ib.mtmtmtpmd 2.851e+44 9.26  9.26  5.099e+37 5.04e-05  2949 
diHPCARP_Ib.ptmpptmmd 3.835e+43 8.09  8.09  4.910e+37 4.86e-05  2950 
diHPCARP_Ib.tpptpttmd 4.402e+44 9.55  9.55  4.846e+37 4.79e-05  2951 
diHPCARP_Ib.mtppptmpd 6.650e+43 8.43  8.43  4.829e+37 4.78e-05  2952 
diHPCARP_Ib.tmptmtppd 9.766e+44 10.04 10.04 4.773e+37 4.72e-05  2953 
diHPCARP_Ib.pmtmpmmmd 4.561e+43 8.22  8.22  4.671e+37 4.62e-05  2954 
diHPCARP_Ib.tmpppttpd 2.188e+44 9.17  9.17  4.599e+37 4.55e-05  2955 
diHPCARP_Ib.mmpmppmmd 2.800e+43 7.94  7.94  4.575e+37 4.52e-05  2956 
diHPCARP_Ib.tmtmmpmpd 1.844e+44 9.07  9.07  4.532e+37 4.48e-05  2957 
diHPCARP_Ib.pmmpptmmd 8.329e+42 7.23  7.23  4.487e+37 4.44e-05  2958 
diHPCARP_Ib.mptppttmd 8.113e+44 9.97  9.97  4.444e+37 4.4e-05   2959 
diHPCARP_Ib.ttmppmtmd 5.476e+43 8.37  8.37  4.340e+37 4.29e-05  2960 
diHPCARP_Ib.tpmtmmmmd 1.020e+44 8.76  8.76  4.204e+37 4.16e-05  2961 
diHPCARP_Ib.pmmpmttpd 3.725e+43 8.16  8.16  4.201e+37 4.16e-05  2962 
diHPCARP_Ib.tmmmmmmpd 2.657e+44 9.34  9.34  4.157e+37 4.11e-05  2963 
diHPCARP_Ib.mptpmppmd 3.215e+44 9.46  9.46  4.146e+37 4.1e-05   2964 
diHPCARP_Ib.mpppmtmmd 7.097e+43 8.56  8.56  4.140e+37 4.09e-05  2965 
diHPCARP_Ib.pttmmtmpd 1.193e+44 8.87  8.87  4.124e+37 4.08e-05  2966 
diHPCARP_Ib.pmptptppd 3.456e+43 8.13  8.13  4.118e+37 4.07e-05  2967 
diHPCARP_Ib.ptttptmpd 1.352e+44 8.95  8.95  4.070e+37 4.03e-05  2968 
diHPCARP_Ib.pmmppttpd 4.889e+43 8.36  8.36  3.950e+37 3.91e-05  2969 
diHPCARP_Ib.tmpmpptpd 3.618e+43 8.18  8.18  3.946e+37 3.9e-05   2970 
diHPCARP_Ib.mmttpppmd 2.848e+44 9.42  9.42  3.942e+37 3.9e-05   2971 
diHPCARP_Ib.ptmpmtmpd 1.914e+43 7.81  7.81  3.939e+37 3.9e-05   2972 
diHPCARP_Ib.tppppmmmd 4.415e+43 8.30  8.30  3.937e+37 3.89e-05  2973 
diHPCARP_Ib.ptptmtpmd 9.636e+43 8.77  8.77  3.937e+37 3.89e-05  2974 
diHPCARP_Ib.mpmtmpmpd 6.628e+43 8.55  8.55  3.896e+37 3.85e-05  2975 
diHPCARP_Ib.mmmppmtmd 4.367e+43 8.31  8.31  3.844e+37 3.8e-05   2976 
diHPCARP_Ib.mtppmmpmd 1.037e+44 8.83  8.83  3.842e+37 3.8e-05   2977 
diHPCARP_Ib.ptptmmtmd 1.187e+44 8.91  8.91  3.817e+37 3.78e-05  2978 
diHPCARP_Ib.pmttpmmmd 7.143e+43 8.61  8.61  3.809e+37 3.77e-05  2979 
diHPCARP_Ib.tpmmmtppd 9.192e+43 8.77  8.77  3.773e+37 3.73e-05  2980 
diHPCARP_Ib.pmptpttpd 4.391e+43 8.37  8.37  3.513e+37 3.47e-05  2981 
diHPCARP_Ib.mtppmpmpd 1.780e+43 7.84  7.84  3.483e+37 3.44e-05  2982 
diHPCARP_Ib.mtttmtpmd 5.155e+44 9.85  9.85  3.452e+37 3.41e-05  2983 
diHPCARP_Ib.mpmmppmmd 7.789e+43 8.73  8.73  3.406e+37 3.37e-05  2984 
diHPCARP_Ib.tptpppmpd 4.224e+44 9.74  9.74  3.397e+37 3.36e-05  2985 
diHPCARP_Ib.ttttpmpmd 4.204e+44 9.74  9.74  3.393e+37 3.36e-05  2986 
diHPCARP_Ib.tmpmmttpd 5.728e+43 8.56  8.56  3.351e+37 3.31e-05  2987 
diHPCARP_Ib.tppmmmmmd 1.933e+44 9.28  9.28  3.340e+37 3.3e-05   2988 
diHPCARP_Ib.tmtmppppd 1.572e+44 9.16  9.16  3.328e+37 3.29e-05  2989 
diHPCARP_Ib.mttpmmtpd 6.688e+43 8.66  8.66  3.287e+37 3.25e-05  2990 
diHPCARP_Ib.mptmmtmpd 7.149e+44 10.08 10.08 3.242e+37 3.21e-05  2991 
diHPCARP_Ib.tppmmpmmd 9.374e+43 8.87  8.87  3.235e+37 3.2e-05   2992 
diHPCARP_Ib.mtptmppmd 2.544e+44 9.47  9.47  3.215e+37 3.18e-05  2993 
diHPCARP_Ib.mpppmpmmd 3.123e+43 8.22  8.22  3.194e+37 3.16e-05  2994 
diHPCARP_Ib.tmptmttpd 3.763e+44 9.71  9.71  3.178e+37 3.14e-05  2995 
diHPCARP_Ib.mtmppptpd 1.030e+44 8.94  8.94  3.172e+37 3.14e-05  2996 
diHPCARP_Ib.tpmpmptpd 1.048e+44 8.96  8.96  3.127e+37 3.09e-05  2997 
diHPCARP_Ib.mmtppmtpd 8.570e+44 10.21 10.21 3.119e+37 3.08e-05  2998 
diHPCARP_Ib.mpmtmttpd 2.328e+44 9.46  9.46  2.994e+37 2.96e-05  2999 
diHPCARP_Ib.ttpmpptmd 4.482e+43 8.48  8.48  2.986e+37 2.95e-05  3000 
diHPCARP_Ib.mtmpmtpmd 1.137e+44 9.04  9.04  2.975e+37 2.94e-05  3001 
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diHPCARP_Ib.tppmptmmd 5.898e+43 8.65  8.65  2.964e+37 2.93e-05  3002 
diHPCARP_Ib.mpptmptmd 1.541e+44 9.23  9.23  2.935e+37 2.9e-05   3003 
diHPCARP_Ib.pmtppmpmd 1.704e+44 9.29  9.29  2.924e+37 2.89e-05  3004 
diHPCARP_Ib.tptpppppd 2.076e+44 9.41  9.41  2.908e+37 2.88e-05  3005 
diHPCARP_Ib.mpptmttmd 4.288e+44 9.84  9.84  2.897e+37 2.87e-05  3006 
diHPCARP_Ib.mttpmmtmd 7.294e+43 8.79  8.79  2.872e+37 2.84e-05  3007 
diHPCARP_Ib.mtmpmmpmd 8.084e+43 8.86  8.86  2.863e+37 2.83e-05  3008 
diHPCARP_Ib.tmtmmpppd 1.246e+44 9.12  9.12  2.822e+37 2.79e-05  3009 
diHPCARP_Ib.mtptmptpd 2.354e+44 9.51  9.51  2.791e+37 2.76e-05  3010 
diHPCARP_Ib.mptmpppmd 1.450e+44 9.22  9.22  2.781e+37 2.75e-05  3011 
diHPCARP_Ib.tpptmpppd 1.420e+44 9.21  9.21  2.779e+37 2.75e-05  3012 
diHPCARP_Ib.tpmtpmtmd 2.341e+44 9.51  9.51  2.750e+37 2.72e-05  3013 
diHPCARP_Ib.tpptmtmpd 2.172e+44 9.47  9.47  2.747e+37 2.72e-05  3014 
diHPCARP_Ib.tmptpttpd 1.266e+45 10.53 10.53 2.682e+37 2.65e-05  3015 
diHPCARP_Ib.ppmpppppd 5.578e+43 8.68  8.68  2.672e+37 2.64e-05  3016 
diHPCARP_Ib.mpttmtpmd 4.536e+44 9.93  9.93  2.649e+37 2.62e-05  3017 
diHPCARP_Ib.tmpppttmd 1.187e+44 9.13  9.13  2.645e+37 2.62e-05  3018 
diHPCARP_Ib.tmpmmtpmd 2.131e+43 8.11  8.11  2.613e+37 2.58e-05  3019 
diHPCARP_Ib.tptmppppd 7.794e+43 8.89  8.89  2.612e+37 2.58e-05  3020 
diHPCARP_Ib.tmptmttmd 2.856e+44 9.66  9.66  2.611e+37 2.58e-05  3021 
diHPCARP_Ib.ptptmttpd 3.291e+44 9.75  9.75  2.600e+37 2.57e-05  3022 
diHPCARP_Ib.mpptpppmd 5.448e+43 8.68  8.68  2.583e+37 2.55e-05  3023 
diHPCARP_Ib.mmtpmpmmd 4.272e+44 9.91  9.91  2.566e+37 2.54e-05  3024 
diHPCARP_Ib.pmmmmptmd 1.352e+44 9.23  9.23  2.552e+37 2.52e-05  3025 
diHPCARP_Ib.ptppmmtmd 1.065e+44 9.11  9.11  2.460e+37 2.43e-05  3026 
diHPCARP_Ib.ttttpmtmd 2.580e+44 9.64  9.64  2.447e+37 2.42e-05  3027 
diHPCARP_Ib.mttpmmmpd 1.790e+44 9.43  9.43  2.430e+37 2.4e-05   3028 
diHPCARP_Ib.ptppmmmmd 5.031e+43 8.68  8.68  2.409e+37 2.38e-05  3029 
diHPCARP_Ib.pmttmmmmd 7.377e+43 8.90  8.90  2.405e+37 2.38e-05  3030 
diHPCARP_Ib.mpmtmtmpd 1.417e+44 9.30  9.30  2.388e+37 2.36e-05  3031 
diHPCARP_Ib.tmpmppppd 3.380e+43 8.47  8.47  2.302e+37 2.28e-05  3032 
diHPCARP_Ib.mpttptmmd 4.324e+44 9.99  9.99  2.295e+37 2.27e-05  3033 
diHPCARP_Ib.tmmppptpd 6.860e+43 8.91  8.91  2.224e+37 2.2e-05   3034 
diHPCARP_Ib.tmtmppmpd 9.830e+43 9.12  9.12  2.215e+37 2.19e-05  3035 
diHPCARP_Ib.tppmmttmd 2.313e+44 9.64  9.64  2.189e+37 2.17e-05  3036 
diHPCARP_Ib.mpptmmpmd 1.662e+44 9.46  9.46  2.138e+37 2.11e-05  3037 
diHPCARP_Ib.tmmmpptpd 6.583e+43 8.92  8.92  2.106e+37 2.08e-05  3038 
diHPCARP_Ib.ptttpptpd 2.462e+44 9.71  9.71  2.086e+37 2.06e-05  3039 
diHPCARP_Ib.tmmmppppd 4.105e+43 8.65  8.65  2.045e+37 2.02e-05  3040 
diHPCARP_Ib.mttmmmmmd 4.044e+45 11.40 11.40 2.012e+37 1.99e-05  3041 
diHPCARP_Ib.mpmtmmppd 1.498e+44 9.44  9.44  1.995e+37 1.97e-05  3042 
diHPCARP_Ib.mptmmtppd 5.605e+44 10.23 10.23 1.978e+37 1.96e-05  3043 
diHPCARP_Ib.tmppptpmd 2.403e+44 9.73  9.73  1.963e+37 1.94e-05  3044 
diHPCARP_Ib.pmtmpmtmd 3.507e+44 9.96  9.96  1.953e+37 1.93e-05  3045 
diHPCARP_Ib.mttppmmpd 1.855e+44 9.58  9.58  1.946e+37 1.93e-05  3046 
diHPCARP_Ib.tpmppttpd 4.740e+43 8.77  8.77  1.928e+37 1.91e-05  3047 
diHPCARP_Ib.mmttmppmd 2.968e+44 9.87  9.87  1.913e+37 1.89e-05  3048 
diHPCARP_Ib.mptpppppd 3.841e+44 10.03 10.03 1.911e+37 1.89e-05  3049 
diHPCARP_Ib.pmmpmtmpd 3.539e+43 8.61  8.61  1.884e+37 1.86e-05  3050 
diHPCARP_Ib.mmttppmpd 1.563e+44 9.50  9.50  1.871e+37 1.85e-05  3051 
diHPCARP_Ib.mtttppppd 1.925e+44 9.63  9.63  1.871e+37 1.85e-05  3052 
diHPCARP_Ib.mtmmmmmpd 4.770e+43 8.80  8.80  1.864e+37 1.84e-05  3053 
diHPCARP_Ib.mmtpppmmd 3.080e+44 9.91  9.91  1.851e+37 1.83e-05  3054 
diHPCARP_Ib.mmmmpmppd 7.724e+43 9.09  9.09  1.845e+37 1.82e-05  3055 
diHPCARP_Ib.tmppptppd 2.660e+44 9.85  9.85  1.761e+37 1.74e-05  3056 
diHPCARP_Ib.tpptmtmmd 9.305e+44 10.60 10.60 1.755e+37 1.74e-05  3057 
diHPCARP_Ib.mmttmpmpd 1.877e+44 9.65  9.65  1.746e+37 1.73e-05  3058 
diHPCARP_Ib.mttpppmmd 8.240e+44 10.53 10.53 1.744e+37 1.72e-05  3059 
diHPCARP_Ib.mmttmpppd 8.855e+44 10.58 10.58 1.742e+37 1.72e-05  3060 
diHPCARP_Ib.mptppppmd 3.304e+44 10.02 10.02 1.664e+37 1.65e-05  3061 
diHPCARP_Ib.mptmppmmd 8.736e+43 9.22  9.22  1.664e+37 1.65e-05  3062 
diHPCARP_Ib.tpptppppd 1.598e+44 9.60  9.60  1.634e+37 1.62e-05  3063 
diHPCARP_Ib.tpmpptmpd 5.837e+43 9.00  9.00  1.627e+37 1.61e-05  3064 
diHPCARP_Ib.tpmtpttpd 3.449e+44 10.07 10.07 1.597e+37 1.58e-05  3065 
diHPCARP_Ib.tpptpptpd 2.591e+44 9.90  9.90  1.596e+37 1.58e-05  3066 
diHPCARP_Ib.mpttptppd 6.126e+44 10.42 10.42 1.572e+37 1.55e-05  3067 
diHPCARP_Ib.mmptptmpd 3.198e+43 8.66  8.66  1.570e+37 1.55e-05  3068 
diHPCARP_Ib.tmttppppd 2.048e+44 9.77  9.77  1.562e+37 1.54e-05  3069 
diHPCARP_Ib.pmmpmtppd 3.914e+43 8.79  8.79  1.553e+37 1.54e-05  3070 
diHPCARP_Ib.pmptpmppd 1.642e+43 8.27  8.27  1.544e+37 1.53e-05  3071 
diHPCARP_Ib.mtmmmmmmd 1.572e+44 9.62  9.62  1.539e+37 1.52e-05  3072 
diHPCARP_Ib.tpmtptmpd 2.205e+44 9.84  9.84  1.509e+37 1.49e-05  3073 
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diHPCARP_Ib.tpmtmtpmd 8.832e+44 10.67 10.67 1.485e+37 1.47e-05  3074 
diHPCARP_Ib.pmptpmtpd 2.534e+43 8.57  8.57  1.451e+37 1.44e-05  3075 
diHPCARP_Ib.mpptppmmd 7.734e+43 9.25  9.25  1.417e+37 1.4e-05   3076 
diHPCARP_Ib.mtmppttpd 7.888e+43 9.26  9.26  1.413e+37 1.4e-05   3077 
diHPCARP_Ib.ptptmttmd 1.085e+44 9.45  9.45  1.406e+37 1.39e-05  3078 
diHPCARP_Ib.tppmmtmpd 6.485e+43 9.15  9.15  1.403e+37 1.39e-05  3079 
diHPCARP_Ib.mmpmpmtmd 5.392e+43 9.05  9.05  1.367e+37 1.35e-05  3080 
diHPCARP_Ib.tpmppmmmd 7.511e+43 9.25  9.25  1.362e+37 1.35e-05  3081 
diHPCARP_Ib.mttmppppd 6.888e+43 9.20  9.20  1.361e+37 1.35e-05  3082 
diHPCARP_Ib.ptptmmmmd 1.169e+44 9.52  9.52  1.357e+37 1.34e-05  3083 
diHPCARP_Ib.mpptpmpmd 3.977e+43 8.89  8.89  1.338e+37 1.32e-05  3084 
diHPCARP_Ib.mmtpppppd 6.345e+43 9.16  9.16  1.338e+37 1.32e-05  3085 
diHPCARP_Ib.mpttptmpd 5.567e+44 10.47 10.47 1.314e+37 1.3e-05   3086 
diHPCARP_Ib.mmmppmpmd 3.601e+43 8.84  8.84  1.312e+37 1.3e-05   3087 
diHPCARP_Ib.mmtmmpppd 3.124e+44 10.15 10.15 1.255e+37 1.24e-05  3088 
diHPCARP_Ib.mpttmtmmd 4.812e+44 10.42 10.42 1.237e+37 1.22e-05  3089 
diHPCARP_Ib.tmptmtpmd 3.425e+44 10.22 10.22 1.233e+37 1.22e-05  3090 
diHPCARP_Ib.pmmpptppd 4.584e+43 9.03  9.03  1.217e+37 1.2e-05   3091 
diHPCARP_Ib.tmpmmtppd 6.567e+43 9.24  9.24  1.213e+37 1.2e-05   3092 
diHPCARP_Ib.tmptmppmd 1.079e+45 10.91 10.91 1.212e+37 1.2e-05   3093 
diHPCARP_Ib.tptmppmpd 1.543e+44 9.75  9.75  1.211e+37 1.2e-05   3094 
diHPCARP_Ib.mmmtpmmpd 4.827e+44 10.44 10.44 1.204e+37 1.19e-05  3095 
diHPCARP_Ib.pmmmmppmd 1.121e+44 9.57  9.57  1.195e+37 1.18e-05  3096 
diHPCARP_Ib.mptmmpmmd 3.126e+44 10.18 10.18 1.195e+37 1.18e-05  3097 
diHPCARP_Ib.ptttmtmpd 1.385e+44 9.73  9.73  1.122e+37 1.11e-05  3098 
diHPCARP_Ib.tmttmpppd 2.089e+44 9.98  9.98  1.116e+37 1.1e-05   3099 
diHPCARP_Ib.ppppmmtpd 1.860e+43 8.55  8.55  1.094e+37 1.08e-05  3100 
diHPCARP_Ib.tmmmppmpd 2.541e+43 8.74  8.74  1.092e+37 1.08e-05  3101 
diHPCARP_Ib.mppppppmd 5.108e+43 9.16  9.16  1.083e+37 1.07e-05  3102 
diHPCARP_Ib.mttppmmmd 5.911e+44 10.62 10.62 1.081e+37 1.07e-05  3103 
diHPCARP_Ib.tpttmptpd 3.663e+45 11.72 11.72 1.063e+37 1.05e-05  3104 
diHPCARP_Ib.tpmtptmmd 7.952e+44 10.81 10.81 1.062e+37 1.05e-05  3105 
diHPCARP_Ib.mmtmmptmd 4.727e+44 10.50 10.50 1.056e+37 1.04e-05  3106 
diHPCARP_Ib.mmpmpmpmd 4.922e+43 9.16  9.16  1.054e+37 1.04e-05  3107 
diHPCARP_Ib.tpmtpttmd 7.650e+44 10.79 10.79 1.051e+37 1.04e-05  3108 
diHPCARP_Ib.mtptmmmmd 1.716e+44 9.92  9.92  1.027e+37 1.02e-05  3109 
diHPCARP_Ib.mmmtpmpmd 3.769e+44 10.42 10.42 9.733e+36 9.63e-06  3110 
diHPCARP_Ib.tmppmpmmd 4.624e+43 9.17  9.17  9.676e+36 9.57e-06  3111 
diHPCARP_Ib.tpmpptppd 3.930e+43 9.08  9.08  9.559e+36 9.46e-06  3112 
diHPCARP_Ib.tpmppmtmd 6.471e+43 9.38  9.38  9.475e+36 9.37e-06  3113 
diHPCARP_Ib.mptppptmd 2.743e+44 10.25 10.25 9.432e+36 9.33e-06  3114 
diHPCARP_Ib.tppmmpppd 7.451e+43 9.47  9.47  9.418e+36 9.32e-06  3115 
diHPCARP_Ib.mttmmmppd 1.020e+44 9.66  9.66  9.410e+36 9.31e-06  3116 
diHPCARP_Ib.mpptpttmd 8.925e+43 9.59  9.59  9.173e+36 9.07e-06  3117 
diHPCARP_Ib.tptmmpmpd 3.956e+44 10.48 10.48 9.150e+36 9.05e-06  3118 
diHPCARP_Ib.tmptmmppd 5.981e+44 10.74 10.74 9.039e+36 8.94e-06  3119 
diHPCARP_Ib.mpmmpptmd 6.470e+43 9.44  9.44  8.545e+36 8.45e-06  3120 
diHPCARP_Ib.mmmtpmtmd 3.709e+44 10.49 10.49 8.477e+36 8.38e-06  3121 
diHPCARP_Ib.tmptptppd 4.695e+44 10.63 10.63 8.451e+36 8.36e-06  3122 
diHPCARP_Ib.mttmpmmpd 2.020e+44 10.13 10.13 8.384e+36 8.29e-06  3123 
diHPCARP_Ib.tttmmmpmd 1.755e+44 10.05 10.05 8.330e+36 8.24e-06  3124 
diHPCARP_Ib.tpttppppd 2.865e+44 10.35 10.35 8.214e+36 8.12e-06  3125 
diHPCARP_Ib.mmttppppd 4.291e+44 10.60 10.60 8.098e+36 8.01e-06  3126 
diHPCARP_Ib.mmmppmmpd 2.370e+43 8.88  8.88  8.090e+36 8e-06     3127 
diHPCARP_Ib.mppmmmtmd 7.562e+43 9.57  9.57  8.059e+36 7.97e-06  3128 
diHPCARP_Ib.tpptptmpd 2.092e+44 10.18 10.18 8.050e+36 7.96e-06  3129 
diHPCARP_Ib.tpmtptppd 1.609e+44 10.02 10.02 8.036e+36 7.95e-06  3130 
diHPCARP_Ib.pmtmmmpmd 2.939e+44 10.40 10.40 7.835e+36 7.75e-06  3131 
diHPCARP_Ib.tpmtmttmd 5.378e+44 10.79 10.79 7.470e+36 7.39e-06  3132 
diHPCARP_Ib.tpmpmpmpd 5.606e+43 9.45  9.45  7.352e+36 7.27e-06  3133 
diHPCARP_Ib.mpttppmpd 4.079e+44 10.63 10.63 7.337e+36 7.26e-06  3134 
diHPCARP_Ib.tptppptpd 4.244e+44 10.67 10.67 7.158e+36 7.08e-06  3135 
diHPCARP_Ib.tpttmpmpd 1.038e+45 11.20 11.20 7.148e+36 7.07e-06  3136 
diHPCARP_Ib.tmttppmpd 1.566e+44 10.08 10.08 7.070e+36 6.99e-06  3137 
diHPCARP_Ib.mtptpptpd 2.798e+44 10.43 10.43 7.016e+36 6.94e-06  3138 
diHPCARP_Ib.tpmtmtmpd 2.174e+44 10.29 10.29 6.937e+36 6.86e-06  3139 
diHPCARP_Ib.mpmtmpppd 1.088e+44 9.89  9.89  6.808e+36 6.73e-06  3140 
diHPCARP_Ib.tpttppmpd 4.375e+44 10.75 10.75 6.463e+36 6.39e-06  3141 
diHPCARP_Ib.mtptmmmpd 1.146e+44 9.95  9.95  6.446e+36 6.38e-06  3142 
diHPCARP_Ib.mpttppmmd 2.297e+44 10.38 10.38 6.328e+36 6.26e-06  3143 
diHPCARP_Ib.mpptmppmd 1.058e+44 9.92  9.92  6.283e+36 6.22e-06  3144 
diHPCARP_Ib.mtmppttmd 3.992e+44 10.72 10.72 6.236e+36 6.17e-06  3145 
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diHPCARP_Ib.ptptmtmpd 2.101e+44 10.35 10.35 6.081e+36 6.01e-06  3146 
diHPCARP_Ib.pttmmptpd 2.456e+44 10.45 10.45 5.986e+36 5.92e-06  3147 
diHPCARP_Ib.tpmppptpd 3.471e+43 9.29  9.29  5.931e+36 5.87e-06  3148 
diHPCARP_Ib.tmptpptmd 4.835e+44 10.87 10.87 5.823e+36 5.76e-06  3149 
diHPCARP_Ib.tpptmpmpd 1.993e+44 10.36 10.36 5.701e+36 5.64e-06  3150 
diHPCARP_Ib.tpttmpppd 2.713e+44 10.54 10.54 5.651e+36 5.59e-06  3151 
diHPCARP_Ib.mmptpttmd 6.552e+44 11.09 11.09 5.452e+36 5.39e-06  3152 
diHPCARP_Ib.mmptmttmd 5.332e+44 10.97 10.97 5.433e+36 5.37e-06  3153 
diHPCARP_Ib.tptmmpppd 1.446e+44 10.21 10.21 5.288e+36 5.23e-06  3154 
diHPCARP_Ib.tttmmmtmd 1.763e+44 10.33 10.33 5.264e+36 5.21e-06  3155 
diHPCARP_Ib.mppmmtpmd 7.069e+43 9.79  9.79  5.243e+36 5.19e-06  3156 
diHPCARP_Ib.tpmtmtmmd 3.782e+44 10.80 10.80 5.141e+36 5.09e-06  3157 
diHPCARP_Ib.tpmmmpppd 5.692e+44 11.05 11.05 5.038e+36 4.98e-06  3158 
diHPCARP_Ib.tmpmmtmmd 1.773e+43 9.03  9.03  4.688e+36 4.64e-06  3159 
diHPCARP_Ib.tmptmtmmd 1.604e+44 10.35 10.35 4.650e+36 4.6e-06   3160 
diHPCARP_Ib.tmptmmtmd 2.848e+44 10.69 10.69 4.639e+36 4.59e-06  3161 
diHPCARP_Ib.ptmppmtpd 8.202e+43 9.96  9.96  4.580e+36 4.53e-06  3162 
diHPCARP_Ib.tmttmpmpd 1.513e+44 10.35 10.35 4.399e+36 4.35e-06  3163 
diHPCARP_Ib.pttmmtppd 2.077e+44 10.54 10.54 4.378e+36 4.33e-06  3164 
diHPCARP_Ib.mmptptpmd 4.402e+44 10.99 10.99 4.358e+36 4.31e-06  3165 
diHPCARP_Ib.mttpmmmmd 1.514e+44 10.35 10.35 4.345e+36 4.3e-06   3166 
diHPCARP_Ib.mmpmmttmd 8.255e+43 10.02 10.02 4.121e+36 4.08e-06  3167 
diHPCARP_Ib.mttmpmmmd 1.780e+44 10.49 10.49 4.081e+36 4.04e-06  3168 
diHPCARP_Ib.mpmtmmpmd 3.380e+43 9.51  9.51  3.976e+36 3.93e-06  3169 
diHPCARP_Ib.pmppmmppd 3.097e+43 9.47  9.47  3.887e+36 3.84e-06  3170 
diHPCARP_Ib.tpmpmpppd 3.784e+43 9.61  9.61  3.770e+36 3.73e-06  3171 
diHPCARP_Ib.tmptpmtmd 2.813e+44 10.81 10.81 3.736e+36 3.7e-06   3172 
diHPCARP_Ib.mpttpttpd 9.214e+44 11.54 11.54 3.620e+36 3.58e-06  3173 
diHPCARP_Ib.ttppmpmpd 3.597e+43 9.61  9.61  3.585e+36 3.55e-06  3174 
diHPCARP_Ib.mttmmmmpd 1.278e+44 10.38 10.38 3.487e+36 3.45e-06  3175 
diHPCARP_Ib.ptmtmtppd 6.022e+43 9.94  9.94  3.438e+36 3.4e-06   3176 
diHPCARP_Ib.pmttpmpmd 4.345e+44 11.12 11.12 3.432e+36 3.39e-06  3177 
diHPCARP_Ib.mttmpmtpd 3.674e+44 11.04 11.04 3.359e+36 3.32e-06  3178 
diHPCARP_Ib.mpptmtmmd 4.449e+44 11.16 11.16 3.320e+36 3.28e-06  3179 
diHPCARP_Ib.mpttmppmd 5.313e+44 11.26 11.26 3.316e+36 3.28e-06  3180 
diHPCARP_Ib.pmptptmpd 2.315e+43 9.40  9.40  3.289e+36 3.25e-06  3181 
diHPCARP_Ib.tmpmppmpd 4.820e+43 9.84  9.84  3.261e+36 3.23e-06  3182 
diHPCARP_Ib.mpmtmpmmd 2.682e+43 9.50  9.50  3.241e+36 3.21e-06  3183 
diHPCARP_Ib.mpmmmpmmd 1.282e+44 10.45 10.45 3.152e+36 3.12e-06  3184 
diHPCARP_Ib.ptppptpmd 5.885e+43 10.00 10.00 3.063e+36 3.03e-06  3185 
diHPCARP_Ib.mpmmmmpmd 1.775e+44 10.66 10.66 3.051e+36 3.02e-06  3186 
diHPCARP_Ib.mmmtpmtpd 3.230e+44 11.02 11.02 3.030e+36 3e-06     3187 
diHPCARP_Ib.mmmppmmmd 2.588e+43 9.52  9.52  3.016e+36 2.98e-06  3188 
diHPCARP_Ib.mpttpttmd 5.307e+44 11.33 11.33 2.972e+36 2.94e-06  3189 
diHPCARP_Ib.mpmtmtmmd 3.637e+43 9.74  9.74  2.926e+36 2.89e-06  3190 
diHPCARP_Ib.tpmpppmpd 3.505e+43 9.72  9.72  2.899e+36 2.87e-06  3191 
diHPCARP_Ib.mmptmtpmd 3.184e+44 11.04 11.04 2.892e+36 2.86e-06  3192 
diHPCARP_Ib.mpttmttmd 6.945e+44 11.52 11.52 2.833e+36 2.8e-06   3193 
diHPCARP_Ib.tpmppmpmd 4.982e+43 9.95  9.95  2.796e+36 2.77e-06  3194 
diHPCARP_Ib.mpttpppmd 3.166e+44 11.06 11.06 2.775e+36 2.74e-06  3195 
diHPCARP_Ib.mmppptpmd 1.629e+44 10.67 10.67 2.742e+36 2.71e-06  3196 
diHPCARP_Ib.ppmtptppd 3.178e+44 11.07 11.07 2.728e+36 2.7e-06   3197 
diHPCARP_Ib.tppmmtmmd 4.191e+44 11.27 11.27 2.573e+36 2.55e-06  3198 
diHPCARP_Ib.mtttpmmpd 1.592e+44 10.70 10.70 2.538e+36 2.51e-06  3199 
diHPCARP_Ib.tmpmmtmpd 5.059e+43 10.03 10.03 2.489e+36 2.46e-06  3200 
diHPCARP_Ib.mptmmppmd 3.031e+44 11.11 11.11 2.463e+36 2.44e-06  3201 
diHPCARP_Ib.tpmtppppd 1.707e+45 12.14 12.14 2.430e+36 2.4e-06   3202 
diHPCARP_Ib.tpttpptpd 6.738e+44 11.60 11.60 2.398e+36 2.37e-06  3203 
diHPCARP_Ib.mtpmmmmmd 1.693e+44 10.80 10.80 2.292e+36 2.27e-06  3204 
diHPCARP_Ib.pmmtmppmd 2.301e+43 9.63  9.63  2.234e+36 2.21e-06  3205 
diHPCARP_Ib.mpmtmttmd 6.426e+43 10.25 10.25 2.196e+36 2.17e-06  3206 
diHPCARP_Ib.mpttmpmmd 2.124e+44 10.97 10.97 2.175e+36 2.15e-06  3207 
diHPCARP_Ib.mmttppmmd 4.551e+44 11.42 11.42 2.167e+36 2.14e-06  3208 
diHPCARP_Ib.mpttmpmpd 2.114e+44 10.97 10.97 2.162e+36 2.14e-06  3209 
diHPCARP_Ib.mmpmmtpmd 7.009e+43 10.32 10.32 2.113e+36 2.09e-06  3210 
diHPCARP_Ib.mtppppmpd 8.723e+43 10.46 10.46 2.087e+36 2.06e-06  3211 
diHPCARP_Ib.mpptmpmmd 1.468e+44 10.79 10.79 2.011e+36 1.99e-06  3212 
diHPCARP_Ib.mmmtpmppd 3.888e+44 11.38 11.38 1.986e+36 1.96e-06  3213 
diHPCARP_Ib.pmttmmpmd 4.373e+44 11.46 11.46 1.968e+36 1.95e-06  3214 
diHPCARP_Ib.tptmmptpd 1.012e+45 11.96 11.96 1.957e+36 1.94e-06  3215 
diHPCARP_Ib.mpmmmtmmd 1.322e+44 10.75 10.75 1.938e+36 1.92e-06  3216 
diHPCARP_Ib.tpppptmpd 1.499e+44 10.84 10.84 1.897e+36 1.88e-06  3217 



58 
 

diHPCARP_Ib.pmmtmptmd 2.443e+43 9.76  9.76  1.887e+36 1.87e-06  3218 
diHPCARP_Ib.mtpmmpmpd 2.384e+44 11.13 11.13 1.851e+36 1.83e-06  3219 
diHPCARP_Ib.mtmtpmmmd 2.659e+44 11.20 11.20 1.832e+36 1.81e-06  3220 
diHPCARP_Ib.mmpppttmd 1.298e+44 10.78 10.78 1.812e+36 1.79e-06  3221 
diHPCARP_Ib.tmpppmtmd 8.202e+43 10.51 10.51 1.801e+36 1.78e-06  3222 
diHPCARP_Ib.ptpppttmd 8.556e+43 10.56 10.56 1.746e+36 1.73e-06  3223 
diHPCARP_Ib.tmptptmpd 2.705e+44 11.26 11.26 1.686e+36 1.67e-06  3224 
diHPCARP_Ib.mpmtmptmd 3.918e+43 10.13 10.13 1.627e+36 1.61e-06  3225 
diHPCARP_Ib.mpmmmptmd 1.573e+44 10.96 10.96 1.626e+36 1.61e-06  3226 
diHPCARP_Ib.mtpppmmmd 6.395e+43 10.43 10.43 1.604e+36 1.59e-06  3227 
diHPCARP_Ib.ttpppptpd 7.656e+43 10.55 10.55 1.591e+36 1.57e-06  3228 
diHPCARP_Ib.tttpmptpd 4.283e+43 10.22 10.22 1.532e+36 1.52e-06  3229 
diHPCARP_Ib.mtmmmmpmd 7.663e+44 11.95 11.95 1.512e+36 1.5e-06   3230 
diHPCARP_Ib.ttptmptpd 2.168e+44 11.22 11.22 1.462e+36 1.45e-06  3231 
diHPCARP_Ib.mppmmptmd 5.816e+43 10.45 10.45 1.423e+36 1.41e-06  3232 
diHPCARP_Ib.mtttpmmmd 4.025e+44 11.61 11.61 1.393e+36 1.38e-06  3233 
diHPCARP_Ib.tmmtppppd 5.645e+44 11.82 11.82 1.391e+36 1.38e-06  3234 
diHPCARP_Ib.mtmpppmpd 5.786e+43 10.47 10.47 1.369e+36 1.35e-06  3235 
diHPCARP_Ib.mpmmmttmd 1.880e+44 11.20 11.20 1.299e+36 1.29e-06  3236 
diHPCARP_Ib.mtttmmmpd 1.977e+44 11.24 11.24 1.276e+36 1.26e-06  3237 
diHPCARP_Ib.mmtmppmmd 1.168e+44 10.93 10.93 1.267e+36 1.25e-06  3238 
diHPCARP_Ib.mptmmttmd 3.677e+44 11.63 11.63 1.241e+36 1.23e-06  3239 
diHPCARP_Ib.ptmpptppd 1.574e+44 11.13 11.13 1.232e+36 1.22e-06  3240 
diHPCARP_Ib.ptmpmttpd 7.170e+43 10.66 10.66 1.230e+36 1.22e-06  3241 
diHPCARP_Ib.tmpmmmtmd 5.073e+43 10.45 10.45 1.229e+36 1.22e-06  3242 
diHPCARP_Ib.tmmtpptpd 3.555e+44 11.63 11.63 1.189e+36 1.18e-06  3243 
diHPCARP_Ib.ptptmpmmd 7.698e+43 10.73 10.73 1.167e+36 1.15e-06  3244 
diHPCARP_Ib.mpptptmmd 5.163e+43 10.50 10.50 1.161e+36 1.15e-06  3245 
diHPCARP_Ib.mtmtmmmmd 3.911e+44 11.73 11.73 1.112e+36 1.1e-06   3246 
diHPCARP_Ib.mppmmtmmd 4.687e+43 10.48 10.48 1.082e+36 1.07e-06  3247 
diHPCARP_Ib.mpptpmmmd 1.971e+44 11.34 11.34 1.078e+36 1.07e-06  3248 
diHPCARP_Ib.mppmmppmd 9.160e+43 10.94 10.94 9.790e+35 9.68e-07  3249 
diHPCARP_Ib.tmptmtmpd 2.166e+44 11.47 11.47 9.589e+35 9.48e-07  3250 
diHPCARP_Ib.mmttmpmmd 5.932e+44 12.08 12.08 9.473e+35 9.37e-07  3251 
diHPCARP_Ib.mpmmpppmd 7.640e+43 10.86 10.86 9.354e+35 9.25e-07  3252 
diHPCARP_Ib.ttmmmpmpd 1.016e+44 11.05 11.05 9.134e+35 9.03e-07  3253 
diHPCARP_Ib.tpptppmpd 1.741e+44 11.40 11.40 8.634e+35 8.54e-07  3254 
diHPCARP_Ib.mtmtpmmpd 8.024e+43 10.94 10.94 8.600e+35 8.51e-07  3255 
diHPCARP_Ib.mmpmpptmd 1.525e+44 11.35 11.35 8.252e+35 8.16e-07  3256 
diHPCARP_Ib.tpmmmpmpd 9.546e+43 11.14 11.14 7.360e+35 7.28e-07  3257 
diHPCARP_Ib.tmpppmpmd 9.092e+43 11.12 11.12 7.247e+35 7.17e-07  3258 
diHPCARP_Ib.pmptpmmpd 1.426e+43 10.02 10.02 7.211e+35 7.13e-07  3259 
diHPCARP_Ib.mppppmmmd 2.156e+44 11.64 11.64 7.197e+35 7.12e-07  3260 
diHPCARP_Ib.mtmtmmmpd 8.089e+43 11.06 11.06 7.083e+35 7.01e-07  3261 
diHPCARP_Ib.pmptmmppd 2.647e+44 11.83 11.83 6.368e+35 6.3e-07   3262 
diHPCARP_Ib.pmpppmmpd 2.046e+43 10.31 10.31 6.316e+35 6.25e-07  3263 
diHPCARP_Ib.pmmtpmpmd 3.172e+44 11.97 11.97 6.065e+35 6e-07     3264 
diHPCARP_Ib.mpmtmppmd 3.572e+43 10.71 10.71 5.602e+35 5.54e-07  3265 
diHPCARP_Ib.mtmtpmtmd 3.253e+44 12.04 12.04 5.520e+35 5.46e-07  3266 
diHPCARP_Ib.tmpmmmpmd 6.995e+43 11.13 11.13 5.443e+35 5.38e-07  3267 
diHPCARP_Ib.mmmtpmmmd 2.780e+44 11.99 11.99 5.128e+35 5.07e-07  3268 
diHPCARP_Ib.mtmppmmmd 7.126e+43 11.19 11.19 4.990e+35 4.94e-07  3269 
diHPCARP_Ib.mpmmmppmd 2.394e+44 11.92 11.92 4.925e+35 4.87e-07  3270 
diHPCARP_Ib.mmpmpppmd 7.222e+43 11.22 11.22 4.876e+35 4.82e-07  3271 
diHPCARP_Ib.ttmmmptpd 1.998e+44 11.84 11.84 4.739e+35 4.69e-07  3272 
diHPCARP_Ib.tpmmmptpd 2.295e+44 11.93 11.93 4.715e+35 4.66e-07  3273 
diHPCARP_Ib.tmmtppmpd 2.717e+44 12.07 12.07 4.388e+35 4.34e-07  3274 
diHPCARP_Ib.tpmtmpppd 2.973e+44 12.13 12.13 4.341e+35 4.29e-07  3275 
diHPCARP_Ib.tttppmmpd 4.948e+44 12.44 12.44 4.284e+35 4.24e-07  3276 
diHPCARP_Ib.tpmtpptpd 1.008e+45 12.87 12.87 4.260e+35 4.21e-07  3277 
diHPCARP_Ib.tmppptmpd 1.418e+44 11.71 11.71 4.176e+35 4.13e-07  3278 
diHPCARP_Ib.pmmtpptmd 2.245e+44 11.99 11.99 4.160e+35 4.11e-07  3279 
diHPCARP_Ib.pmptmmtpd 1.796e+44 11.89 11.89 3.890e+35 3.85e-07  3280 
diHPCARP_Ib.ptmtpmppd 1.130e+44 11.64 11.64 3.765e+35 3.72e-07  3281 
diHPCARP_Ib.mmpmpmmmd 4.922e+43 11.15 11.15 3.709e+35 3.67e-07  3282 
diHPCARP_Ib.pmpppmtpd 1.076e+44 11.65 11.65 3.482e+35 3.44e-07  3283 
diHPCARP_Ib.ttmpmmtmd 6.595e+43 11.43 11.43 3.084e+35 3.05e-07  3284 
diHPCARP_Ib.mpmtpmpmd 2.598e+44 12.27 12.27 2.980e+35 2.95e-07  3285 
diHPCARP_Ib.mmppmmmmd 1.607e+43 10.63 10.63 2.882e+35 2.85e-07  3286 
diHPCARP_Ib.pmpppmppd 1.482e+44 11.96 11.96 2.856e+35 2.83e-07  3287 
diHPCARP_Ib.tmmppmmpd 4.049e+43 11.25 11.25 2.602e+35 2.57e-07  3288 
diHPCARP_Ib.ttptmpmpd 1.030e+44 11.81 11.81 2.552e+35 2.52e-07  3289 
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diHPCARP_Ib.ttptmpppd 3.105e+44 12.47 12.47 2.550e+35 2.52e-07  3290 
diHPCARP_Ib.mmptmtmmd 8.927e+43 11.74 11.74 2.502e+35 2.48e-07  3291 
diHPCARP_Ib.mtpmppmpd 2.095e+43 10.90 10.90 2.389e+35 2.36e-07  3292 
diHPCARP_Ib.ttppppppd 1.237e+44 12.01 12.01 2.194e+35 2.17e-07  3293 
diHPCARP_Ib.mtpmppmmd 2.198e+43 10.98 10.98 2.194e+35 2.17e-07  3294 
diHPCARP_Ib.pmmppmmmd 1.198e+43 10.71 10.71 1.880e+35 1.86e-07  3295 
diHPCARP_Ib.mpmtppmmd 1.377e+44 12.17 12.17 1.880e+35 1.86e-07  3296 
diHPCARP_Ib.mmpmmtmmd 4.005e+43 11.44 11.44 1.858e+35 1.84e-07  3297 
diHPCARP_Ib.ptmtmmppd 1.182e+44 12.19 12.19 1.566e+35 1.55e-07  3298 
diHPCARP_Ib.mpppptmmd 1.957e+44 12.52 12.52 1.486e+35 1.47e-07  3299 
diHPCARP_Ib.tttpmpmpd 6.094e+43 11.85 11.85 1.419e+35 1.4e-07   3300 
diHPCARP_Ib.ptpppmmmd 3.344e+43 11.52 11.52 1.355e+35 1.34e-07  3301 
diHPCARP_Ib.mpmtptmmd 1.981e+44 12.58 12.58 1.352e+35 1.34e-07  3302 
diHPCARP_Ib.mpmtpttmd 3.411e+44 12.91 12.91 1.351e+35 1.34e-07  3303 
diHPCARP_Ib.tmptppmmd 9.255e+43 12.16 12.16 1.282e+35 1.27e-07  3304 
diHPCARP_Ib.mpmtpppmd 5.602e+44 13.24 13.24 1.261e+35 1.25e-07  3305 
diHPCARP_Ib.mtmtpmpmd 5.816e+44 13.29 13.29 1.209e+35 1.2e-07   3306 
diHPCARP_Ib.mpmtpptmd 1.745e+44 12.60 12.60 1.164e+35 1.15e-07  3307 
diHPCARP_Ib.tpmtppmpd 1.662e+44 12.59 12.59 1.126e+35 1.11e-07  3308 
diHPCARP_Ib.pmptpmpmd 1.179e+44 12.44 12.44 1.021e+35 1.01e-07  3309 
diHPCARP_Ib.pmpppmmmd 2.954e+43 11.69 11.69 9.069e+34 8.97e-08  3310 
diHPCARP_Ib.tmpmmmmmd 6.474e+43 12.27 12.27 7.406e+34 7.33e-08  3311 
diHPCARP_Ib.mmptpmmmd 3.748e+43 11.98 11.98 7.031e+34 6.95e-08  3312 
diHPCARP_Ib.tttmpptpd 1.348e+44 12.79 12.79 6.543e+34 6.47e-08  3313 
diHPCARP_Ib.ttmtppmpd 1.195e+44 12.76 12.76 6.038e+34 5.97e-08  3314 
diHPCARP_Ib.ttmtmpmpd 1.836e+44 13.16 13.16 4.790e+34 4.74e-08  3315 
diHPCARP_Ib.tttmpmmpd 5.970e+43 12.57 12.57 4.159e+34 4.11e-08  3316 
diHPCARP_Ib.ptmpmmppd 5.615e+43 12.54 12.54 4.130e+34 4.09e-08  3317 
diHPCARP_Ib.ttmtpptpd 2.627e+44 13.46 13.46 4.100e+34 4.06e-08  3318 
diHPCARP_Ib.pmptpmmmd 5.702e+43 12.58 12.58 3.887e+34 3.85e-08  3319 
diHPCARP_Ib.ttttpmmpd 2.862e+44 13.55 13.55 3.880e+34 3.84e-08  3320 
diHPCARP_Ib.ttpmppmpd 1.362e+43 11.77 11.77 3.659e+34 3.62e-08  3321 
diHPCARP_Ib.tttmppppd 2.347e+44 13.55 13.55 3.150e+34 3.12e-08  3322 
diHPCARP_Ib.tttmmmmpd 1.677e+44 13.58 13.58 2.139e+34 2.12e-08  3323 
diHPCARP_Ib.ttmtmptpd 3.148e+44 14.10 14.10 1.680e+34 1.66e-08  3324 
diHPCARP_Ib.tmptmpppd 4.275e+44 14.34 14.34 1.524e+34 1.51e-08  3325 
diHPCARP_Ib.ttmtppppd 5.783e+44 14.74 14.74 1.053e+34 1.04e-08  3326 
diHPCARP_Ib.mppmmpmmd 2.498e+43 12.90 12.90 9.999e+33 9.89e-09  3327 
diHPCARP_Ib.tmptppmpd 4.479e+44 14.62 14.62 9.957e+33 9.85e-09  3328 
diHPCARP_Ib.ttmppmmpd 5.228e+43 13.42 13.42 8.788e+33 8.69e-09  3329 
diHPCARP_Ib.mmptmmtmd 8.561e+44 15.13 15.13 8.153e+33 8.06e-09  3330 
diHPCARP_Ib.ttpppmmpd 5.780e+43 13.53 13.53 8.112e+33 8.02e-09  3331 
diHPCARP_Ib.ttttppppd 6.619e+44 14.99 14.99 7.952e+33 7.87e-09  3332 
diHPCARP_Ib.mmppptmmd 9.843e+43 13.89 13.89 7.533e+33 7.45e-09  3333 
diHPCARP_Ib.ttttpptpd 8.144e+44 15.20 15.20 6.864e+33 6.79e-09  3334 
diHPCARP_Ib.tmppppmpd 1.426e+44 14.50 14.50 3.886e+33 3.84e-09  3335 
diHPCARP_Ib.tttmmpppd 3.688e+44 15.25 15.25 2.859e+33 2.83e-09  3336 
diHPCARP_Ib.mmpppmpmd 1.986e+44 15.83 15.83 5.847e+32 5.78e-10  3337 
diHPCARP_Ib.mmpmmmtmd 1.180e+44 15.56 15.56 5.447e+32 5.39e-10  3338 
diHPCARP_Ib.mmpmmmpmd 2.025e+44 16.00 16.00 4.473e+32 4.42e-10  3339 
diHPCARP_Ib.mmptmmmmd 1.127e+44 16.78 16.78 6.731e+31 6.66e-11  3340 
diHPCARP_Ib.mmpmmmmmd 4.963e+43 17.16 17.16 1.567e+31 1.55e-11  3341 
diHPCARP_Ib.ptptptmmd 1.029e+43 23.59 23.59 6.764e+25 6.69e-17  3342 
diHPCARP_Ib.ttptptmmd 1.106e+44 27.73 27.73 6.913e+23 6.84e-19  3343 
diHPCARP_Ib.mtptmtmmd 1.443e+44 28.12 28.12 4.751e+23 4.7e-19   3344 
diHPCARP_Ib.ttptptmpd 9.994e+43 27.96 27.96 4.271e+23 4.22e-19  3345 
diHPCARP_Ib.ptptmtmmd 8.459e+43 28.22 28.22 2.339e+23 2.31e-19  3346 
diHPCARP_Ib.ptptptmpd 5.981e+43 29.62 29.62 1.584e+22 1.57e-20  3347 
Total                                       1.011e+44 100       3348 
 3349 
 3350 
 3351 
(2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 3352 
============================================================== 3353 
 3354 
Population analysis at 300K. Vibrational scaling: 0.971.  3355 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 3356 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 3357 
%: contribution to the population (with current data set assumed 100%) 3358 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         3359 
--------------------------------------------------------------- 3360 
diHPCARP_Ic.pppppptpd 3.438e+43 0.24  0.24  2.289e+43 32.7      3361 
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diHPCARP_Ic.mmtmptmmd 1.632e+43 0.00  0.00  1.632e+43 23.3      3362 
diHPCARP_Ic.pptmppmmd 2.292e+43 0.76  0.76  6.443e+42 9.21      3363 
diHPCARP_Ic.pmtmmtmmd 1.075e+43 0.60  0.60  3.962e+42 5.67      3364 
diHPCARP_Ic.pptpmtpmd 2.217e+43 1.27  1.27  2.617e+42 3.74      3365 
diHPCARP_Ic.ppmmmtpmd 2.670e+43 1.45  1.45  2.332e+42 3.33      3366 
diHPCARP_Ic.pttmmtmmd 1.202e+43 1.09  1.09  1.929e+42 2.76      3367 
diHPCARP_Ic.mmpppttpd 2.836e+43 1.72  1.72  1.578e+42 2.26      3368 
diHPCARP_Ic.pmppmttpd 1.235e+43 1.37  1.37  1.236e+42 1.77      3369 
diHPCARP_Ic.pptmpptpd 1.270e+44 2.83  2.83  1.094e+42 1.56      3370 
diHPCARP_Ic.mttmptmmd 1.296e+43 1.51  1.51  1.032e+42 1.48      3371 
diHPCARP_Ic.tpppmmtpd 2.735e+43 2.07  2.07  8.464e+41 1.21      3372 
diHPCARP_Ic.tptmmmmmd 3.194e+43 2.39  2.39  5.818e+41 0.832     3373 
diHPCARP_Ic.ppmmmtmpd 9.024e+42 1.69  1.69  5.328e+41 0.762     3374 
diHPCARP_Ic.pmmmpmmpd 2.187e+43 2.55  2.55  3.022e+41 0.432     3375 
diHPCARP_Ic.pmtmptmmd 2.645e+43 2.67  2.67  3.013e+41 0.431     3376 
diHPCARP_Ic.pptmppppd 5.714e+44 4.57  4.57  2.678e+41 0.383     3377 
diHPCARP_Ic.ppmpmptpd 6.617e+43 3.42  3.42  2.150e+41 0.307     3378 
diHPCARP_Ic.ppppppmmd 3.275e+43 3.00  3.00  2.148e+41 0.307     3379 
diHPCARP_Ic.tmmmmmmpd 2.525e+43 2.93  2.93  1.851e+41 0.265     3380 
diHPCARP_Ic.ppmpmtpmd 5.271e+43 3.40  3.40  1.766e+41 0.253     3381 
diHPCARP_Ic.pttpmtmmd 1.495e+44 4.07  4.07  1.613e+41 0.231     3382 
diHPCARP_Ic.mmtpptmmd 3.809e+43 3.32  3.32  1.462e+41 0.209     3383 
diHPCARP_Ic.pppppttpd 5.444e+43 3.53  3.53  1.456e+41 0.208     3384 
diHPCARP_Ic.tmtmptmmd 3.914e+43 3.35  3.35  1.411e+41 0.202     3385 
diHPCARP_Ic.pptpmtmpd 1.323e+43 2.72  2.72  1.388e+41 0.198     3386 
diHPCARP_Ic.tmtmmpmmd 1.846e+43 2.94  2.94  1.336e+41 0.191     3387 
diHPCARP_Ic.pptppptpd 6.325e+43 3.71  3.71  1.262e+41 0.18      3388 
diHPCARP_Ic.mttpptmpd 2.477e+43 3.16  3.16  1.245e+41 0.178     3389 
diHPCARP_Ic.pptpppppd 1.126e+44 4.12  4.12  1.131e+41 0.162     3390 
diHPCARP_Ic.pptpppmmd 3.480e+43 3.42  3.42  1.115e+41 0.159     3391 
diHPCARP_Ic.pttpmtmpd 3.424e+43 3.48  3.48  9.982e+40 0.143     3392 
diHPCARP_Ic.ppttppppd 2.988e+44 4.79  4.79  9.714e+40 0.139     3393 
diHPCARP_Ic.ptmmmtmpd 2.742e+43 3.39  3.39  9.266e+40 0.133     3394 
diHPCARP_Ic.pmtpppmpd 3.180e+43 3.49  3.49  9.157e+40 0.131     3395 
diHPCARP_Ic.ppttpptpd 9.671e+43 4.20  4.20  8.442e+40 0.121     3396 
diHPCARP_Ic.tmtpmmmpd 8.285e+43 4.18  4.18  7.441e+40 0.106     3397 
diHPCARP_Ic.mttpptmmd 4.940e+43 3.99  3.99  6.118e+40 0.0875    3398 
diHPCARP_Ic.pmtpmtmmd 2.162e+43 3.53  3.53  5.824e+40 0.0833    3399 
diHPCARP_Ic.pptmmpmmd 3.813e+43 3.88  3.88  5.700e+40 0.0815    3400 
diHPCARP_Ic.tttmmtmmd 1.833e+43 3.52  3.52  5.040e+40 0.0721    3401 
diHPCARP_Ic.pptppmmpd 7.797e+43 4.39  4.39  4.931e+40 0.0705    3402 
diHPCARP_Ic.pttpmtppd 1.078e+44 4.62  4.62  4.639e+40 0.0663    3403 
diHPCARP_Ic.pptpptpmd 1.818e+44 4.94  4.94  4.571e+40 0.0654    3404 
diHPCARP_Ic.ppttpmmpd 2.022e+44 5.01  5.01  4.504e+40 0.0644    3405 
diHPCARP_Ic.tmmpmpmpd 2.217e+43 3.70  3.70  4.503e+40 0.0644    3406 
diHPCARP_Ic.ppptptpmd 1.780e+44 4.97  4.97  4.261e+40 0.0609    3407 
diHPCARP_Ic.pmtmmttpd 3.477e+44 5.38  5.38  4.219e+40 0.0603    3408 
diHPCARP_Ic.pppmptpmd 1.231e+44 4.76  4.76  4.175e+40 0.0597    3409 
diHPCARP_Ic.tmmtmmmpd 6.514e+43 4.39  4.39  4.140e+40 0.0592    3410 
diHPCARP_Ic.mmttptmmd 1.043e+44 4.71  4.71  3.843e+40 0.0549    3411 
diHPCARP_Ic.ppptpptpd 1.420e+44 4.92  4.92  3.693e+40 0.0528    3412 
diHPCARP_Ic.tmtmmptpd 2.402e+44 5.26  5.26  3.567e+40 0.051     3413 
diHPCARP_Ic.tppppttpd 6.084e+43 4.44  4.44  3.546e+40 0.0507    3414 
diHPCARP_Ic.mttpptpmd 6.835e+43 4.51  4.51  3.531e+40 0.0505    3415 
diHPCARP_Ic.pppmmmtmd 1.022e+44 4.78  4.78  3.395e+40 0.0485    3416 
diHPCARP_Ic.mttpptppd 8.372e+43 4.66  4.66  3.388e+40 0.0485    3417 
diHPCARP_Ic.tpppmttpd 1.189e+44 4.88  4.88  3.287e+40 0.047     3418 
diHPCARP_Ic.pmmtpmmpd 6.735e+43 4.55  4.55  3.270e+40 0.0468    3419 
diHPCARP_Ic.ppppppppd 1.549e+44 5.05  5.05  3.253e+40 0.0465    3420 
diHPCARP_Ic.pmtmpmmmd 9.853e+42 3.41  3.41  3.212e+40 0.0459    3421 
diHPCARP_Ic.ptptpmpmd 5.776e+43 4.48  4.48  3.162e+40 0.0452    3422 
diHPCARP_Ic.pmppmtmmd 1.542e+43 3.69  3.69  3.161e+40 0.0452    3423 
diHPCARP_Ic.ppptppppd 2.358e+44 5.38  5.38  2.851e+40 0.0408    3424 
diHPCARP_Ic.ppptppmmd 4.417e+43 4.39  4.39  2.811e+40 0.0402    3425 
diHPCARP_Ic.pmtpmtmpd 4.010e+43 4.33  4.33  2.791e+40 0.0399    3426 
diHPCARP_Ic.mtmmptmpd 2.452e+43 4.06  4.06  2.699e+40 0.0386    3427 
diHPCARP_Ic.mmpppmmmd 3.163e+43 4.23  4.23  2.642e+40 0.0378    3428 
diHPCARP_Ic.tptpmmmpd 2.649e+44 5.50  5.50  2.627e+40 0.0376    3429 
diHPCARP_Ic.pmmpppmpd 2.792e+43 4.17  4.17  2.539e+40 0.0363    3430 
diHPCARP_Ic.mtttptmpd 5.674e+43 4.60  4.60  2.532e+40 0.0362    3431 
diHPCARP_Ic.ptttmtmmd 2.319e+44 5.45  5.45  2.501e+40 0.0358    3432 
diHPCARP_Ic.ppttptpmd 3.427e+44 5.68  5.68  2.492e+40 0.0356    3433 
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diHPCARP_Ic.ptmmpmmpd 1.977e+43 3.98  3.98  2.479e+40 0.0355    3434 
diHPCARP_Ic.pptpmtppd 1.689e+43 3.91  3.91  2.387e+40 0.0341    3435 
diHPCARP_Ic.mttmpmtmd 5.709e+43 4.65  4.65  2.335e+40 0.0334    3436 
diHPCARP_Ic.pptpmttmd 9.544e+43 4.96  4.96  2.309e+40 0.033     3437 
diHPCARP_Ic.tpttmmmpd 9.862e+44 6.36  6.36  2.286e+40 0.0327    3438 
diHPCARP_Ic.tmtpmpmmd 9.500e+43 4.98  4.98  2.245e+40 0.0321    3439 
diHPCARP_Ic.ptpmpppmd 2.296e+43 4.14  4.14  2.225e+40 0.0318    3440 
diHPCARP_Ic.ppppmtppd 1.162e+44 5.11  5.11  2.212e+40 0.0316    3441 
diHPCARP_Ic.pptmptmmd 1.200e+44 5.15  5.15  2.141e+40 0.0306    3442 
diHPCARP_Ic.pmmppmmpd 3.735e+43 4.46  4.46  2.117e+40 0.0303    3443 
diHPCARP_Ic.tptmmtmmd 1.467e+44 5.27  5.27  2.115e+40 0.0302    3444 
diHPCARP_Ic.pttpmttpd 8.690e+43 5.00  5.00  1.990e+40 0.0285    3445 
diHPCARP_Ic.ppttppmmd 5.607e+43 4.74  4.74  1.979e+40 0.0283    3446 
diHPCARP_Ic.mttmmtmmd 2.189e+43 4.19  4.19  1.956e+40 0.028     3447 
diHPCARP_Ic.tttmptmmd 1.784e+43 4.08  4.08  1.916e+40 0.0274    3448 
diHPCARP_Ic.tptmptmmd 8.306e+43 5.00  5.00  1.897e+40 0.0271    3449 
diHPCARP_Ic.pmpmmttpd 1.982e+43 4.15  4.15  1.882e+40 0.0269    3450 
diHPCARP_Ic.mmppptmmd 6.323e+43 4.86  4.86  1.813e+40 0.0259    3451 
diHPCARP_Ic.pppmmmmmd 2.851e+43 4.39  4.39  1.808e+40 0.0258    3452 
diHPCARP_Ic.ppptpptmd 2.985e+44 5.80  5.80  1.790e+40 0.0256    3453 
diHPCARP_Ic.mmpmmptpd 1.964e+43 4.18  4.18  1.783e+40 0.0255    3454 
diHPCARP_Ic.ppppptpmd 9.678e+43 5.13  5.13  1.779e+40 0.0254    3455 
diHPCARP_Ic.mtttptmmd 1.049e+44 5.18  5.18  1.759e+40 0.0251    3456 
diHPCARP_Ic.pmttmtmpd 6.855e+43 4.93  4.93  1.744e+40 0.0249    3457 
diHPCARP_Ic.pmtmpttpd 1.532e+44 5.44  5.44  1.671e+40 0.0239    3458 
diHPCARP_Ic.pppppptmd 1.373e+44 5.37  5.37  1.670e+40 0.0239    3459 
diHPCARP_Ic.ppmpmtmpd 3.744e+43 4.63  4.63  1.593e+40 0.0228    3460 
diHPCARP_Ic.mmtmmtmmd 2.086e+43 4.30  4.30  1.534e+40 0.0219    3461 
diHPCARP_Ic.ttptmppmd 3.540e+43 4.64  4.64  1.481e+40 0.0212    3462 
diHPCARP_Ic.mtpppttpd 3.893e+43 4.69  4.69  1.481e+40 0.0212    3463 
diHPCARP_Ic.mmptpttmd 1.666e+44 5.56  5.56  1.473e+40 0.0211    3464 
diHPCARP_Ic.ppttmtpmd 3.028e+44 5.93  5.93  1.454e+40 0.0208    3465 
diHPCARP_Ic.tmtpptmmd 3.795e+44 6.07  6.07  1.434e+40 0.0205    3466 
diHPCARP_Ic.tptpmpppd 1.123e+44 5.36  5.36  1.387e+40 0.0198    3467 
diHPCARP_Ic.mtmmptpmd 5.037e+43 4.89  4.89  1.370e+40 0.0196    3468 
diHPCARP_Ic.tpmmptmpd 2.554e+43 4.49  4.49  1.363e+40 0.0195    3469 
diHPCARP_Ic.ptttmtmpd 6.893e+43 5.13  5.13  1.272e+40 0.0182    3470 
diHPCARP_Ic.mmmmptmpd 1.813e+44 5.71  5.71  1.259e+40 0.018     3471 
diHPCARP_Ic.tptpmmmmd 5.922e+43 5.05  5.05  1.243e+40 0.0178    3472 
diHPCARP_Ic.mttmptmpd 2.885e+43 4.63  4.63  1.231e+40 0.0176    3473 
diHPCARP_Ic.ptmppmmpd 9.948e+42 3.99  3.99  1.228e+40 0.0176    3474 
diHPCARP_Ic.pmtmpmtpd 1.595e+44 5.65  5.65  1.220e+40 0.0174    3475 
diHPCARP_Ic.ptmmmpmpd 2.609e+43 4.58  4.58  1.202e+40 0.0172    3476 
diHPCARP_Ic.pppppmpmd 7.186e+43 5.21  5.21  1.155e+40 0.0165    3477 
diHPCARP_Ic.mmmmptmmd 1.580e+44 5.68  5.68  1.146e+40 0.0164    3478 
diHPCARP_Ic.tmmmmtmpd 1.601e+44 5.70  5.70  1.130e+40 0.0162    3479 
diHPCARP_Ic.ttpmmmpmd 4.060e+43 4.89  4.89  1.120e+40 0.016     3480 
diHPCARP_Ic.pppmppppd 2.203e+44 5.90  5.90  1.107e+40 0.0158    3481 
diHPCARP_Ic.tptpptmpd 5.032e+43 5.05  5.05  1.058e+40 0.0151    3482 
diHPCARP_Ic.mmpppttmd 1.790e+44 5.81  5.81  1.056e+40 0.0151    3483 
diHPCARP_Ic.tpttmpppd 3.151e+44 6.15  6.15  1.046e+40 0.015     3484 
diHPCARP_Ic.ptmmmtmmd 5.605e+43 5.12  5.12  1.042e+40 0.0149    3485 
diHPCARP_Ic.tptpmmtpd 7.952e+43 5.34  5.34  1.022e+40 0.0146    3486 
diHPCARP_Ic.pmttmtmmd 4.214e+43 4.98  4.98  9.889e+39 0.0141    3487 
diHPCARP_Ic.tptpmtmpd 5.829e+43 5.21  5.21  9.402e+39 0.0134    3488 
diHPCARP_Ic.pttppmmpd 2.835e+43 4.78  4.78  9.352e+39 0.0134    3489 
diHPCARP_Ic.tttpptmpd 5.130e+43 5.13  5.13  9.333e+39 0.0133    3490 
diHPCARP_Ic.ptmtmtmpd 3.800e+43 4.96  4.96  9.193e+39 0.0131    3491 
diHPCARP_Ic.pmtpptmmd 1.378e+44 5.76  5.76  8.805e+39 0.0126    3492 
diHPCARP_Ic.ppmmmppmd 2.426e+43 4.75  4.75  8.353e+39 0.0119    3493 
diHPCARP_Ic.mtttptppd 1.720e+44 5.94  5.94  8.075e+39 0.0115    3494 
diHPCARP_Ic.ttmmptpmd 6.799e+43 5.41  5.41  7.743e+39 0.0111    3495 
diHPCARP_Ic.pmptmpmmd 3.536e+43 5.03  5.03  7.665e+39 0.011     3496 
diHPCARP_Ic.pmpmmtmmd 2.875e+43 4.91  4.91  7.567e+39 0.0108    3497 
diHPCARP_Ic.pptmptpmd 1.624e+44 5.97  5.97  7.226e+39 0.0103    3498 
diHPCARP_Ic.pmppmtpmd 8.370e+42 4.22  4.22  7.081e+39 0.0101    3499 
diHPCARP_Ic.tptmmmppd 1.492e+44 5.95  5.95  6.924e+39 0.0099    3500 
diHPCARP_Ic.mtmmptmmd 7.881e+43 5.57  5.57  6.853e+39 0.0098    3501 
diHPCARP_Ic.pmttppmpd 4.987e+43 5.31  5.31  6.757e+39 0.00966   3502 
diHPCARP_Ic.pttmmtppd 1.113e+44 5.79  5.79  6.728e+39 0.00962   3503 
diHPCARP_Ic.pmtpptmpd 8.677e+43 5.65  5.65  6.672e+39 0.00954   3504 
diHPCARP_Ic.ttmmmmmpd 1.896e+43 4.74  4.74  6.656e+39 0.00952   3505 
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diHPCARP_Ic.pppmpptmd 1.632e+44 6.03  6.03  6.617e+39 0.00946   3506 
diHPCARP_Ic.ptpppptpd 1.311e+43 4.53  4.53  6.514e+39 0.00932   3507 
diHPCARP_Ic.ptttmptpd 1.958e+44 6.16  6.16  6.376e+39 0.00912   3508 
diHPCARP_Ic.pmtmmtmpd 3.127e+43 5.07  5.07  6.361e+39 0.0091    3509 
diHPCARP_Ic.ptttmttpd 1.946e+44 6.16  6.16  6.312e+39 0.00903   3510 
diHPCARP_Ic.ppmmmttmd 2.430e+44 6.30  6.30  6.274e+39 0.00897   3511 
diHPCARP_Ic.ptttmtppd 1.316e+44 5.93  5.93  6.251e+39 0.00894   3512 
diHPCARP_Ic.pmtpptppd 2.814e+44 6.40  6.40  6.133e+39 0.00877   3513 
diHPCARP_Ic.ppttmtmpd 8.543e+43 5.69  5.69  6.081e+39 0.0087    3514 
diHPCARP_Ic.tpppmmmmd 2.569e+43 4.98  4.98  6.056e+39 0.00866   3515 
diHPCARP_Ic.ptmmmttpd 8.082e+43 5.67  5.67  6.009e+39 0.00859   3516 
diHPCARP_Ic.mmptptmmd 5.726e+43 5.47  5.47  5.933e+39 0.00848   3517 
diHPCARP_Ic.mtttptpmd 1.222e+44 5.92  5.92  5.931e+39 0.00848   3518 
diHPCARP_Ic.tpmpptmpd 3.287e+43 5.14  5.14  5.915e+39 0.00846   3519 
diHPCARP_Ic.tptpmtpmd 2.051e+44 6.26  6.26  5.617e+39 0.00803   3520 
diHPCARP_Ic.ppttptmpd 1.013e+44 5.84  5.84  5.605e+39 0.00802   3521 
diHPCARP_Ic.ptmtmtmmd 3.442e+44 6.59  6.59  5.480e+39 0.00784   3522 
diHPCARP_Ic.mmmpptmmd 2.039e+44 6.28  6.28  5.427e+39 0.00776   3523 
diHPCARP_Ic.pmtppttpd 1.377e+44 6.05  6.05  5.389e+39 0.00771   3524 
diHPCARP_Ic.ptmmpmpmd 3.440e+43 5.22  5.22  5.375e+39 0.00769   3525 
diHPCARP_Ic.tmmmmmtpd 1.634e+44 6.15  6.15  5.367e+39 0.00768   3526 
diHPCARP_Ic.mttmptppd 1.064e+44 5.90  5.90  5.362e+39 0.00767   3527 
diHPCARP_Ic.mmmmmtmpd 7.199e+43 5.68  5.68  5.280e+39 0.00755   3528 
diHPCARP_Ic.mmpmptmpd 5.714e+43 5.54  5.54  5.277e+39 0.00755   3529 
diHPCARP_Ic.tmttmmmpd 1.280e+44 6.02  6.02  5.269e+39 0.00753   3530 
diHPCARP_Ic.tmtpmpppd 7.964e+43 5.75  5.75  5.188e+39 0.00742   3531 
diHPCARP_Ic.pptpmtmmd 4.107e+43 5.36  5.36  5.106e+39 0.0073    3532 
diHPCARP_Ic.pmptmtmpd 5.743e+43 5.57  5.57  5.051e+39 0.00722   3533 
diHPCARP_Ic.pmtppmmmd 7.161e+43 5.70  5.70  5.024e+39 0.00718   3534 
diHPCARP_Ic.ptpppmpmd 1.917e+43 4.94  4.94  4.839e+39 0.00692   3535 
diHPCARP_Ic.tptpptpmd 1.733e+44 6.27  6.27  4.709e+39 0.00673   3536 
diHPCARP_Ic.tpttmmtpd 1.112e+44 6.00  6.00  4.703e+39 0.00672   3537 
diHPCARP_Ic.tmtpmptpd 7.390e+43 5.76  5.76  4.686e+39 0.0067    3538 
diHPCARP_Ic.mttpmtmpd 4.361e+43 5.45  5.45  4.652e+39 0.00665   3539 
diHPCARP_Ic.tmmmmmtmd 1.951e+44 6.35  6.35  4.631e+39 0.00662   3540 
diHPCARP_Ic.pmtppmtpd 6.662e+43 5.71  5.71  4.578e+39 0.00655   3541 
diHPCARP_Ic.mtpmpppmd 1.177e+43 4.69  4.69  4.540e+39 0.00649   3542 
diHPCARP_Ic.mpppmmtpd 6.382e+43 5.70  5.70  4.499e+39 0.00643   3543 
diHPCARP_Ic.ttppmmtpd 1.142e+43 4.68  4.68  4.465e+39 0.00639   3544 
diHPCARP_Ic.pptppptmd 1.164e+44 6.07  6.07  4.417e+39 0.00632   3545 
diHPCARP_Ic.tttpptpmd 1.112e+44 6.05  6.05  4.342e+39 0.00621   3546 
diHPCARP_Ic.ttpmmpmpd 4.920e+43 5.57  5.57  4.309e+39 0.00616   3547 
diHPCARP_Ic.mmtppttpd 8.045e+43 5.86  5.86  4.301e+39 0.00615   3548 
diHPCARP_Ic.pmptmtpmd 2.721e+43 5.24  5.24  4.133e+39 0.00591   3549 
diHPCARP_Ic.mmptptmpd 3.650e+43 5.42  5.42  4.107e+39 0.00587   3550 
diHPCARP_Ic.mttppttpd 1.793e+44 6.37  6.37  4.104e+39 0.00587   3551 
diHPCARP_Ic.mtmmmtmpd 4.490e+43 5.55  5.55  4.097e+39 0.00586   3552 
diHPCARP_Ic.pptpmmppd 6.474e+43 5.77  5.77  4.069e+39 0.00582   3553 
diHPCARP_Ic.mptpptmpd 1.210e+43 4.77  4.77  4.031e+39 0.00576   3554 
diHPCARP_Ic.ptmmmtppd 7.037e+43 5.84  5.84  3.898e+39 0.00557   3555 
diHPCARP_Ic.tmmmptmpd 8.834e+43 5.99  5.99  3.849e+39 0.0055    3556 
diHPCARP_Ic.pmmmpmtpd 7.024e+43 5.85  5.85  3.838e+39 0.00549   3557 
diHPCARP_Ic.pmttptmmd 2.754e+44 6.67  6.67  3.794e+39 0.00542   3558 
diHPCARP_Ic.pttmmtmpd 2.524e+43 5.25  5.25  3.784e+39 0.00541   3559 
diHPCARP_Ic.ttmmptmpd 4.181e+43 5.55  5.55  3.769e+39 0.00539   3560 
diHPCARP_Ic.ppttpptmd 2.220e+44 6.55  6.55  3.764e+39 0.00538   3561 
diHPCARP_Ic.tppppttmd 5.457e+45 8.46  8.46  3.725e+39 0.00533   3562 
diHPCARP_Ic.tmpmmtmpd 2.220e+43 5.18  5.18  3.715e+39 0.00531   3563 
diHPCARP_Ic.ttppmppmd 1.984e+43 5.13  5.13  3.653e+39 0.00522   3564 
diHPCARP_Ic.ptmtpmmpd 3.857e+43 5.52  5.52  3.652e+39 0.00522   3565 
diHPCARP_Ic.tpttptmpd 1.064e+44 6.16  6.16  3.491e+39 0.00499   3566 
diHPCARP_Ic.mpmmptpmd 4.433e+43 5.65  5.65  3.414e+39 0.00488   3567 
diHPCARP_Ic.pptmmtpmd 1.708e+44 6.46  6.46  3.373e+39 0.00482   3568 
diHPCARP_Ic.pmttptmpd 1.928e+44 6.55  6.55  3.271e+39 0.00468   3569 
diHPCARP_Ic.pmttpttpd 1.900e+44 6.54  6.54  3.263e+39 0.00467   3570 
diHPCARP_Ic.mpmppttmd 5.763e+43 5.83  5.83  3.247e+39 0.00464   3571 
diHPCARP_Ic.ptmtmpmpd 2.849e+43 5.41  5.41  3.246e+39 0.00464   3572 
diHPCARP_Ic.tmttmpmmd 1.861e+44 6.53  6.53  3.244e+39 0.00464   3573 
diHPCARP_Ic.ppptpttpd 6.920e+44 7.32  7.32  3.236e+39 0.00463   3574 
diHPCARP_Ic.ppmtmtppd 2.720e+43 5.40  5.40  3.143e+39 0.00449   3575 
diHPCARP_Ic.ttmpmmmpd 1.680e+43 5.13  5.13  3.083e+39 0.00441   3576 
diHPCARP_Ic.mpmmptmpd 1.109e+43 4.90  4.90  3.001e+39 0.00429   3577 
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diHPCARP_Ic.ptpmmpmpd 9.027e+42 4.78  4.78  2.953e+39 0.00422   3578 
diHPCARP_Ic.mmtpptppd 6.507e+43 5.97  5.97  2.932e+39 0.00419   3579 
diHPCARP_Ic.ptmmptmpd 3.845e+43 5.67  5.67  2.847e+39 0.00407   3580 
diHPCARP_Ic.tmmmptmmd 1.804e+44 6.59  6.59  2.842e+39 0.00406   3581 
diHPCARP_Ic.tmtpptppd 4.026e+44 7.07  7.07  2.832e+39 0.00405   3582 
diHPCARP_Ic.ppmmmtmmd 6.571e+43 5.99  5.99  2.831e+39 0.00405   3583 
diHPCARP_Ic.mtmmppmpd 1.578e+43 5.15  5.15  2.803e+39 0.00401   3584 
diHPCARP_Ic.tpttmtmpd 1.286e+44 6.41  6.41  2.772e+39 0.00396   3585 
diHPCARP_Ic.tmpppttpd 5.176e+43 5.86  5.86  2.767e+39 0.00396   3586 
diHPCARP_Ic.pmppmttmd 4.630e+43 5.81  5.81  2.712e+39 0.00388   3587 
diHPCARP_Ic.pmttmtppd 5.136e+44 7.25  7.25  2.698e+39 0.00386   3588 
diHPCARP_Ic.pmtppmppd 6.345e+43 6.00  6.00  2.686e+39 0.00384   3589 
diHPCARP_Ic.mtmmmtpmd 7.151e+43 6.08  6.08  2.671e+39 0.00382   3590 
diHPCARP_Ic.tmtppttpd 3.318e+44 7.01  7.01  2.582e+39 0.00369   3591 
diHPCARP_Ic.mptmmtmmd 4.807e+43 5.86  5.86  2.580e+39 0.00369   3592 
diHPCARP_Ic.tpttmtpmd 4.570e+44 7.21  7.21  2.538e+39 0.00363   3593 
diHPCARP_Ic.pttpmttmd 6.727e+43 6.08  6.08  2.510e+39 0.00359   3594 
diHPCARP_Ic.mmttpttpd 1.008e+44 6.32  6.32  2.495e+39 0.00357   3595 
diHPCARP_Ic.ptptpmmpd 4.598e+43 5.86  5.86  2.493e+39 0.00356   3596 
diHPCARP_Ic.pmttptppd 3.881e+44 7.14  7.14  2.445e+39 0.0035    3597 
diHPCARP_Ic.pmmmpmmmd 4.471e+43 5.86  5.86  2.410e+39 0.00345   3598 
diHPCARP_Ic.tpttptpmd 3.160e+44 7.04  7.04  2.354e+39 0.00337   3599 
diHPCARP_Ic.pmtmppmpd 3.586e+43 5.77  5.77  2.259e+39 0.00323   3600 
diHPCARP_Ic.pmppmtmpd 5.678e+43 6.04  6.04  2.249e+39 0.00322   3601 
diHPCARP_Ic.mtmtptpmd 6.329e+43 6.11  6.11  2.241e+39 0.0032    3602 
diHPCARP_Ic.tmmpmtmpd 6.542e+43 6.13  6.13  2.241e+39 0.0032    3603 
diHPCARP_Ic.tttpmtmmd 5.038e+43 5.98  5.98  2.201e+39 0.00315   3604 
diHPCARP_Ic.tmmpmmtpd 1.086e+44 6.45  6.45  2.189e+39 0.00313   3605 
diHPCARP_Ic.pttpptmpd 4.725e+43 5.95  5.95  2.169e+39 0.0031    3606 
diHPCARP_Ic.mtmtptmpd 4.491e+43 5.93  5.93  2.149e+39 0.00307   3607 
diHPCARP_Ic.tttpmmmpd 4.065e+43 5.88  5.88  2.100e+39 0.003     3608 
diHPCARP_Ic.tppmpmpmd 2.478e+44 6.97  6.97  2.088e+39 0.00299   3609 
diHPCARP_Ic.tpttmmmmd 1.128e+44 6.50  6.50  2.085e+39 0.00298   3610 
diHPCARP_Ic.ptpmpmmpd 9.463e+42 5.02  5.02  2.069e+39 0.00296   3611 
diHPCARP_Ic.mtmmptppd 5.731e+43 6.10  6.10  2.065e+39 0.00295   3612 
diHPCARP_Ic.tppppptpd 1.168e+44 6.53  6.53  2.044e+39 0.00292   3613 
diHPCARP_Ic.ptppmttpd 2.428e+43 5.60  5.60  2.009e+39 0.00287   3614 
diHPCARP_Ic.tmtpmtmpd 1.882e+44 6.84  6.84  1.955e+39 0.0028    3615 
diHPCARP_Ic.ttmmmmpmd 6.504e+43 6.21  6.21  1.951e+39 0.00279   3616 
diHPCARP_Ic.mttmptpmd 5.740e+43 6.14  6.14  1.934e+39 0.00277   3617 
diHPCARP_Ic.mmmtmtmpd 1.430e+44 6.69  6.69  1.918e+39 0.00274   3618 
diHPCARP_Ic.tppmmmmpd 7.371e+43 6.31  6.31  1.859e+39 0.00266   3619 
diHPCARP_Ic.pmmmpmtmd 6.170e+43 6.21  6.21  1.856e+39 0.00265   3620 
diHPCARP_Ic.tpptpmpmd 3.987e+44 7.32  7.32  1.839e+39 0.00263   3621 
diHPCARP_Ic.ptmtpmpmd 3.231e+43 5.83  5.83  1.816e+39 0.0026    3622 
diHPCARP_Ic.ptttpmmpd 4.550e+43 6.04  6.04  1.799e+39 0.00257   3623 
diHPCARP_Ic.tpptmmtpd 7.596e+43 6.35  6.35  1.789e+39 0.00256   3624 
diHPCARP_Ic.tpptmmtmd 8.836e+44 7.82  7.82  1.772e+39 0.00253   3625 
diHPCARP_Ic.tmmmmmmmd 5.664e+43 6.19  6.19  1.761e+39 0.00252   3626 
diHPCARP_Ic.tmtpptmpd 2.050e+44 6.96  6.96  1.745e+39 0.00249   3627 
diHPCARP_Ic.pmtpmtpmd 2.780e+43 5.77  5.77  1.732e+39 0.00248   3628 
diHPCARP_Ic.mmtpmttpd 1.281e+44 6.69  6.69  1.720e+39 0.00246   3629 
diHPCARP_Ic.tmttptmmd 2.778e+44 7.17  7.17  1.668e+39 0.00238   3630 
diHPCARP_Ic.pmptmtmmd 7.949e+43 6.43  6.43  1.638e+39 0.00234   3631 
diHPCARP_Ic.ppptptppd 1.156e+44 6.67  6.67  1.594e+39 0.00228   3632 
diHPCARP_Ic.mmptptppd 1.904e+44 6.97  6.97  1.591e+39 0.00227   3633 
diHPCARP_Ic.pttppmpmd 8.341e+43 6.48  6.48  1.587e+39 0.00227   3634 
diHPCARP_Ic.tmmmmtmmd 3.166e+44 7.28  7.28  1.582e+39 0.00226   3635 
diHPCARP_Ic.ptppmmtpd 5.307e+43 6.22  6.22  1.558e+39 0.00223   3636 
diHPCARP_Ic.tmtmmmmpd 6.607e+43 6.35  6.35  1.554e+39 0.00222   3637 
diHPCARP_Ic.mmmtptmmd 1.371e+44 6.79  6.79  1.551e+39 0.00222   3638 
diHPCARP_Ic.tmppmptpd 2.231e+43 5.72  5.72  1.511e+39 0.00216   3639 
diHPCARP_Ic.tmmpmmtmd 1.105e+44 6.69  6.69  1.478e+39 0.00211   3640 
diHPCARP_Ic.tmttmptpd 1.353e+44 6.82  6.82  1.461e+39 0.00209   3641 
diHPCARP_Ic.mttpmtpmd 1.090e+44 6.69  6.69  1.457e+39 0.00208   3642 
diHPCARP_Ic.tttpmtpmd 2.130e+44 7.09  7.09  1.449e+39 0.00207   3643 
diHPCARP_Ic.mmtpmtmpd 2.149e+44 7.11  7.11  1.410e+39 0.00202   3644 
diHPCARP_Ic.tttpptmmd 5.638e+43 6.34  6.34  1.367e+39 0.00195   3645 
diHPCARP_Ic.tptmptmpd 5.375e+43 6.32  6.32  1.347e+39 0.00193   3646 
diHPCARP_Ic.mmpppmppd 1.348e+44 6.87  6.87  1.342e+39 0.00192   3647 
diHPCARP_Ic.ppmtmtmmd 8.191e+43 6.58  6.58  1.327e+39 0.0019    3648 
diHPCARP_Ic.pptmptmpd 4.056e+43 6.16  6.16  1.322e+39 0.00189   3649 
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diHPCARP_Ic.tptpmtppd 3.852e+44 7.50  7.50  1.316e+39 0.00188   3650 
diHPCARP_Ic.ptmtmttpd 7.381e+43 6.52  6.52  1.316e+39 0.00188   3651 
diHPCARP_Ic.ttppmttpd 4.286e+43 6.20  6.20  1.299e+39 0.00186   3652 
diHPCARP_Ic.pptmmtmpd 3.654e+43 6.11  6.11  1.295e+39 0.00185   3653 
diHPCARP_Ic.tptmptpmd 2.199e+44 7.18  7.18  1.291e+39 0.00185   3654 
diHPCARP_Ic.ttmmpttmd 9.684e+43 6.69  6.69  1.288e+39 0.00184   3655 
diHPCARP_Ic.ttttptmpd 8.631e+43 6.63  6.63  1.288e+39 0.00184   3656 
diHPCARP_Ic.mtmtptmmd 1.848e+44 7.08  7.08  1.282e+39 0.00183   3657 
diHPCARP_Ic.pmppmtppd 7.936e+43 6.58  6.58  1.274e+39 0.00182   3658 
diHPCARP_Ic.tptmmtmpd 6.990e+43 6.51  6.51  1.270e+39 0.00182   3659 
diHPCARP_Ic.ptmmmttmd 7.412e+43 6.54  6.54  1.268e+39 0.00181   3660 
diHPCARP_Ic.ppttpmppd 1.941e+45 8.50  8.50  1.254e+39 0.00179   3661 
diHPCARP_Ic.mtttpttpd 2.715e+44 7.33  7.33  1.246e+39 0.00178   3662 
diHPCARP_Ic.mmppmttpd 3.507e+43 6.11  6.11  1.245e+39 0.00178   3663 
diHPCARP_Ic.mmmpmtmpd 3.177e+43 6.05  6.05  1.245e+39 0.00178   3664 
diHPCARP_Ic.ppppptppd 8.681e+43 6.66  6.66  1.223e+39 0.00175   3665 
diHPCARP_Ic.tpptmmmmd 4.151e+43 6.25  6.25  1.156e+39 0.00165   3666 
diHPCARP_Ic.tptmmtpmd 2.645e+44 7.36  7.36  1.146e+39 0.00164   3667 
diHPCARP_Ic.ppttpttpd 2.534e+44 7.34  7.34  1.145e+39 0.00164   3668 
diHPCARP_Ic.ttmmmtpmd 1.178e+44 6.88  6.88  1.143e+39 0.00163   3669 
diHPCARP_Ic.tmmtptmpd 1.386e+44 6.99  6.99  1.125e+39 0.00161   3670 
diHPCARP_Ic.tppmptpmd 3.545e+43 6.18  6.18  1.110e+39 0.00159   3671 
diHPCARP_Ic.tmttmpppd 1.619e+44 7.09  7.09  1.105e+39 0.00158   3672 
diHPCARP_Ic.tmttptppd 6.754e+44 7.94  7.94  1.102e+39 0.00158   3673 
diHPCARP_Ic.mtpppppmd 1.174e+43 5.53  5.53  1.095e+39 0.00157   3674 
diHPCARP_Ic.ptmtmmmmd 6.580e+43 6.57  6.57  1.084e+39 0.00155   3675 
diHPCARP_Ic.tpptmtpmd 9.214e+44 8.15  8.15  1.067e+39 0.00153   3676 
diHPCARP_Ic.mmtmptppd 1.441e+44 7.04  7.04  1.066e+39 0.00152   3677 
diHPCARP_Ic.tmmtmmtmd 7.580e+44 8.04  8.04  1.053e+39 0.00151   3678 
diHPCARP_Ic.tptpptppd 2.839e+44 7.46  7.46  1.053e+39 0.00151   3679 
diHPCARP_Ic.mmmpptmpd 4.434e+43 6.35  6.35  1.050e+39 0.0015    3680 
diHPCARP_Ic.ppmmpmtpd 1.254e+44 6.97  6.97  1.045e+39 0.00149   3681 
diHPCARP_Ic.mpppmptpd 2.686e+43 6.06  6.06  1.037e+39 0.00148   3682 
diHPCARP_Ic.mtptptmmd 3.840e+43 6.27  6.27  1.036e+39 0.00148   3683 
diHPCARP_Ic.ttptmmtmd 1.109e+44 6.92  6.92  1.011e+39 0.00145   3684 
diHPCARP_Ic.pmmmptmpd 7.119e+43 6.66  6.66  9.995e+38 0.00143   3685 
diHPCARP_Ic.mptpmtmpd 6.893e+43 6.64  6.64  9.958e+38 0.00142   3686 
diHPCARP_Ic.tttmmmmmd 1.143e+43 5.58  5.58  9.821e+38 0.0014    3687 
diHPCARP_Ic.tmttpttpd 3.454e+44 7.61  7.61  9.802e+38 0.0014    3688 
diHPCARP_Ic.tptpmttpd 4.355e+44 7.76  7.76  9.728e+38 0.00139   3689 
diHPCARP_Ic.ppttmpmmd 1.691e+44 7.19  7.19  9.714e+38 0.00139   3690 
diHPCARP_Ic.mpmtpmpmd 1.068e+44 6.92  6.92  9.694e+38 0.00139   3691 
diHPCARP_Ic.mtppptmmd 1.549e+43 5.77  5.77  9.678e+38 0.00138   3692 
diHPCARP_Ic.mmttmttpd 1.883e+44 7.27  7.27  9.582e+38 0.00137   3693 
diHPCARP_Ic.tpppmmtmd 1.883e+44 7.27  7.27  9.475e+38 0.00135   3694 
diHPCARP_Ic.mtmmpttpd 2.859e+44 7.53  7.53  9.338e+38 0.00134   3695 
diHPCARP_Ic.ppmmppmmd 3.537e+43 6.29  6.29  9.308e+38 0.00133   3696 
diHPCARP_Ic.ttmtptpmd 5.967e+43 6.60  6.60  9.307e+38 0.00133   3697 
diHPCARP_Ic.tptpmmtmd 1.180e+44 7.01  7.01  9.226e+38 0.00132   3698 
diHPCARP_Ic.tpptmpppd 2.758e+44 7.52  7.52  9.189e+38 0.00131   3699 
diHPCARP_Ic.tttpmmpmd 7.397e+43 6.74  6.74  9.027e+38 0.00129   3700 
diHPCARP_Ic.mptmmpmmd 3.602e+43 6.32  6.32  8.979e+38 0.00128   3701 
diHPCARP_Ic.ttmtmmmpd 6.217e+43 6.65  6.65  8.969e+38 0.00128   3702 
diHPCARP_Ic.pmttpmmmd 1.660e+44 7.25  7.25  8.716e+38 0.00125   3703 
diHPCARP_Ic.tmmmpttmd 2.449e+44 7.48  7.48  8.713e+38 0.00125   3704 
diHPCARP_Ic.ptmmptpmd 6.999e+43 6.73  6.73  8.701e+38 0.00124   3705 
diHPCARP_Ic.tppppmpmd 1.526e+44 7.20  7.20  8.632e+38 0.00123   3706 
diHPCARP_Ic.pppmpttpd 5.099e+44 7.93  7.93  8.504e+38 0.00122   3707 
diHPCARP_Ic.pppmmppmd 8.557e+43 6.87  6.87  8.472e+38 0.00121   3708 
diHPCARP_Ic.mmtpmtmmd 1.345e+44 7.14  7.14  8.389e+38 0.0012    3709 
diHPCARP_Ic.mmtpmtppd 1.810e+44 7.33  7.33  8.339e+38 0.00119   3710 
diHPCARP_Ic.ttpppttpd 5.295e+43 6.60  6.60  8.305e+38 0.00119   3711 
diHPCARP_Ic.pptmpmppd 1.259e+45 8.49  8.49  8.156e+38 0.00117   3712 
diHPCARP_Ic.tmtmmpppd 1.158e+44 7.07  7.07  8.150e+38 0.00117   3713 
diHPCARP_Ic.ppptptmmd 6.709e+44 8.12  8.12  8.086e+38 0.00116   3714 
diHPCARP_Ic.mmmmpttmd 1.155e+44 7.08  7.08  8.083e+38 0.00116   3715 
diHPCARP_Ic.mmmmmttpd 2.132e+44 7.45  7.45  7.978e+38 0.00114   3716 
diHPCARP_Ic.pmmmpppmd 2.456e+43 6.17  6.17  7.915e+38 0.00113   3717 
diHPCARP_Ic.pmttpmtpd 9.536e+43 6.98  6.98  7.815e+38 0.00112   3718 
diHPCARP_Ic.mttpppmpd 3.180e+43 6.34  6.34  7.699e+38 0.0011    3719 
diHPCARP_Ic.mtmmmttmd 1.294e+44 7.17  7.17  7.682e+38 0.0011    3720 
diHPCARP_Ic.ttpmmmtmd 6.062e+43 6.73  6.73  7.545e+38 0.00108   3721 
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diHPCARP_Ic.tmmmpttpd 3.423e+44 7.78  7.78  7.400e+38 0.00106   3722 
diHPCARP_Ic.mtttmtmpd 7.669e+43 6.89  6.89  7.343e+38 0.00105   3723 
diHPCARP_Ic.ptptpptpd 2.670e+44 7.64  7.64  7.313e+38 0.00105   3724 
diHPCARP_Ic.ptpppptmd 4.237e+43 6.55  6.55  7.158e+38 0.00102   3725 
diHPCARP_Ic.mttpmtmmd 6.902e+43 6.85  6.85  7.043e+38 0.00101   3726 
diHPCARP_Ic.ttptmmtpd 1.903e+44 7.46  7.46  7.036e+38 0.00101   3727 
diHPCARP_Ic.ttmtmmpmd 6.242e+43 6.80  6.80  6.986e+38 0.000999  3728 
diHPCARP_Ic.ppmpppmmd 6.983e+43 6.87  6.87  6.963e+38 0.000996  3729 
diHPCARP_Ic.ttpmmmtpd 1.339e+44 7.26  7.26  6.941e+38 0.000993  3730 
diHPCARP_Ic.ttmmmttmd 9.272e+43 7.04  7.04  6.924e+38 0.00099   3731 
diHPCARP_Ic.tptppttpd 2.744e+44 7.69  7.69  6.893e+38 0.000986  3732 
diHPCARP_Ic.ppmmpmtmd 7.592e+43 6.92  6.92  6.872e+38 0.000983  3733 
diHPCARP_Ic.ppptptmpd 9.934e+43 7.08  7.08  6.856e+38 0.00098   3734 
diHPCARP_Ic.pmmmmtmpd 5.231e+43 6.71  6.71  6.722e+38 0.000961  3735 
diHPCARP_Ic.tpmpptpmd 1.961e+43 6.13  6.13  6.711e+38 0.00096   3736 
diHPCARP_Ic.tmtmptppd 4.144e+44 7.95  7.95  6.669e+38 0.000954  3737 
diHPCARP_Ic.mpmtptmpd 5.088e+43 6.70  6.70  6.663e+38 0.000953  3738 
diHPCARP_Ic.pmtmptmpd 7.414e+43 6.93  6.93  6.659e+38 0.000952  3739 
diHPCARP_Ic.tmmmmttmd 4.055e+44 7.94  7.94  6.636e+38 0.000949  3740 
diHPCARP_Ic.tppmmmtmd 4.814e+44 8.05  8.05  6.581e+38 0.000941  3741 
diHPCARP_Ic.mmmmmttmd 1.729e+44 7.44  7.44  6.525e+38 0.000933  3742 
diHPCARP_Ic.tmmmmttpd 6.943e+44 8.28  8.28  6.479e+38 0.000926  3743 
diHPCARP_Ic.tmmtmmtpd 2.942e+44 7.79  7.79  6.255e+38 0.000894  3744 
diHPCARP_Ic.mtmmpttmd 2.672e+44 7.73  7.73  6.196e+38 0.000886  3745 
diHPCARP_Ic.pmmmpmpmd 5.237e+43 6.77  6.77  6.174e+38 0.000883  3746 
diHPCARP_Ic.pttpptpmd 7.766e+43 7.00  7.00  6.164e+38 0.000881  3747 
diHPCARP_Ic.pmtmmtpmd 2.978e+43 6.45  6.45  5.995e+38 0.000857  3748 
diHPCARP_Ic.mmttptppd 1.720e+44 7.50  7.50  5.946e+38 0.00085   3749 
diHPCARP_Ic.tmmtmtmmd 6.773e+44 8.33  8.33  5.823e+38 0.000833  3750 
diHPCARP_Ic.ttmtmtmpd 2.941e+44 7.83  7.83  5.815e+38 0.000831  3751 
diHPCARP_Ic.mmpmmtmpd 1.216e+43 5.93  5.93  5.778e+38 0.000826  3752 
diHPCARP_Ic.pttmppmmd 1.604e+43 6.10  6.10  5.728e+38 0.000819  3753 
diHPCARP_Ic.ttttptpmd 1.559e+44 7.47  7.47  5.640e+38 0.000807  3754 
diHPCARP_Ic.ppttptppd 1.588e+44 7.48  7.48  5.629e+38 0.000805  3755 
diHPCARP_Ic.ptttptmpd 1.433e+44 7.42  7.42  5.603e+38 0.000801  3756 
diHPCARP_Ic.pmttmtpmd 5.831e+43 6.90  6.90  5.510e+38 0.000788  3757 
diHPCARP_Ic.tpppmppmd 1.004e+44 7.23  7.23  5.463e+38 0.000781  3758 
diHPCARP_Ic.mmttmtmpd 4.324e+44 8.10  8.10  5.434e+38 0.000777  3759 
diHPCARP_Ic.pmmmpmppd 3.757e+43 6.65  6.65  5.419e+38 0.000775  3760 
diHPCARP_Ic.tttmptmpd 5.526e+43 6.88  6.88  5.399e+38 0.000772  3761 
diHPCARP_Ic.tpptmttpd 1.621e+45 8.89  8.89  5.385e+38 0.00077   3762 
diHPCARP_Ic.pmttpmppd 1.372e+44 7.43  7.43  5.304e+38 0.000758  3763 
diHPCARP_Ic.pttmpmmpd 2.563e+43 6.43  6.43  5.289e+38 0.000756  3764 
diHPCARP_Ic.pmmtpmtpd 1.879e+44 7.62  7.62  5.243e+38 0.00075   3765 
diHPCARP_Ic.ttppmpmpd 3.451e+43 6.62  6.62  5.230e+38 0.000748  3766 
diHPCARP_Ic.ptmtmtppd 5.387e+43 6.89  6.89  5.165e+38 0.000739  3767 
diHPCARP_Ic.mtmtppmpd 4.737e+43 6.81  6.81  5.153e+38 0.000737  3768 
diHPCARP_Ic.tmttmtmpd 3.250e+44 7.96  7.96  5.151e+38 0.000737  3769 
diHPCARP_Ic.tpptptpmd 2.566e+44 7.84  7.84  5.006e+38 0.000716  3770 
diHPCARP_Ic.tmmmmmpmd 6.891e+43 7.06  7.06  4.996e+38 0.000714  3771 
diHPCARP_Ic.tptpmtmmd 2.230e+44 7.76  7.76  4.972e+38 0.000711  3772 
diHPCARP_Ic.pmtppmtmd 9.519e+43 7.26  7.26  4.921e+38 0.000704  3773 
diHPCARP_Ic.tmmmmmppd 7.720e+43 7.15  7.15  4.806e+38 0.000687  3774 
diHPCARP_Ic.tptpptmmd 1.315e+44 7.47  7.47  4.782e+38 0.000684  3775 
diHPCARP_Ic.tmmppmmmd 3.056e+44 7.97  7.97  4.744e+38 0.000678  3776 
diHPCARP_Ic.pppmmtmpd 5.239e+43 6.93  6.93  4.700e+38 0.000672  3777 
diHPCARP_Ic.ppppptmmd 6.172e+43 7.04  7.04  4.603e+38 0.000658  3778 
diHPCARP_Ic.mmtppttmd 1.634e+44 7.62  7.62  4.592e+38 0.000657  3779 
diHPCARP_Ic.tpttmttpd 8.295e+44 8.59  8.59  4.584e+38 0.000655  3780 
diHPCARP_Ic.tmttptmpd 4.095e+44 8.17  8.17  4.556e+38 0.000651  3781 
diHPCARP_Ic.ttmtptmmd 9.801e+43 7.34  7.34  4.441e+38 0.000635  3782 
diHPCARP_Ic.mmpmptmmd 2.061e+43 6.41  6.41  4.411e+38 0.000631  3783 
diHPCARP_Ic.tmmtptmmd 2.309e+44 7.85  7.85  4.409e+38 0.00063   3784 
diHPCARP_Ic.ppmpmtmmd 6.555e+43 7.10  7.10  4.409e+38 0.00063   3785 
diHPCARP_Ic.mmtmmtppd 3.126e+44 8.05  8.05  4.293e+38 0.000614  3786 
diHPCARP_Ic.ttppmmtmd 3.914e+43 6.82  6.82  4.196e+38 0.0006    3787 
diHPCARP_Ic.mmppptpmd 1.346e+43 6.19  6.19  4.184e+38 0.000598  3788 
diHPCARP_Ic.tptmppmmd 8.072e+43 7.27  7.27  4.064e+38 0.000581  3789 
diHPCARP_Ic.ttmtptmpd 1.151e+44 7.48  7.48  4.061e+38 0.000581  3790 
diHPCARP_Ic.mtmpmtmpd 1.152e+44 7.49  7.49  4.035e+38 0.000577  3791 
diHPCARP_Ic.pptmptppd 1.283e+44 7.56  7.56  3.973e+38 0.000568  3792 
diHPCARP_Ic.pttmptmmd 1.393e+43 6.26  6.26  3.850e+38 0.000551  3793 
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diHPCARP_Ic.mpttmtmpd 1.404e+44 7.64  7.64  3.837e+38 0.000549  3794 
diHPCARP_Ic.tmmtpttpd 1.001e+45 8.81  8.81  3.798e+38 0.000543  3795 
diHPCARP_Ic.tpptmppmd 1.428e+44 7.68  7.68  3.623e+38 0.000518  3796 
diHPCARP_Ic.mmttmtppd 3.250e+44 8.18  8.18  3.601e+38 0.000515  3797 
diHPCARP_Ic.tpppptpmd 1.787e+44 7.83  7.83  3.550e+38 0.000508  3798 
diHPCARP_Ic.tpppmtppd 4.020e+44 8.32  8.32  3.517e+38 0.000503  3799 
diHPCARP_Ic.ptppmptpd 2.669e+43 6.70  6.70  3.512e+38 0.000502  3800 
diHPCARP_Ic.mttmmtmpd 5.013e+43 7.08  7.08  3.501e+38 0.000501  3801 
diHPCARP_Ic.pmtmmmmmd 1.267e+43 6.27  6.27  3.435e+38 0.000491  3802 
diHPCARP_Ic.tpttptppd 3.872e+44 8.31  8.31  3.407e+38 0.000487  3803 
diHPCARP_Ic.ptpppmmpd 1.572e+43 6.41  6.41  3.370e+38 0.000482  3804 
diHPCARP_Ic.ttttmmmpd 5.080e+43 7.11  7.11  3.344e+38 0.000478  3805 
diHPCARP_Ic.pptpptmmd 1.491e+44 7.75  7.75  3.343e+38 0.000478  3806 
diHPCARP_Ic.ppmmmmppd 1.083e+44 7.57  7.57  3.333e+38 0.000477  3807 
diHPCARP_Ic.tmptptmpd 3.909e+44 8.33  8.33  3.327e+38 0.000476  3808 
diHPCARP_Ic.tpmmpmpmd 3.170e+44 8.21  8.21  3.309e+38 0.000473  3809 
diHPCARP_Ic.mtttmmmmd 3.269e+44 8.23  8.23  3.288e+38 0.00047   3810 
diHPCARP_Ic.mtmtmtpmd 6.145e+43 7.24  7.24  3.272e+38 0.000468  3811 
diHPCARP_Ic.pmmtpmtmd 2.958e+44 8.18  8.18  3.262e+38 0.000466  3812 
diHPCARP_Ic.mtptppmpd 2.265e+44 8.02  8.02  3.247e+38 0.000464  3813 
diHPCARP_Ic.mtmtptppd 8.610e+43 7.47  7.47  3.128e+38 0.000447  3814 
diHPCARP_Ic.mmpmpttmd 3.789e+43 6.98  6.98  3.113e+38 0.000445  3815 
diHPCARP_Ic.tpmpmmpmd 8.049e+43 7.43  7.43  3.104e+38 0.000444  3816 
diHPCARP_Ic.mptmmmtpd 3.370e+44 8.29  8.29  3.090e+38 0.000442  3817 
diHPCARP_Ic.tpptmtmpd 3.388e+44 8.29  8.29  3.074e+38 0.00044   3818 
diHPCARP_Ic.tpttmmtmd 1.658e+44 7.87  7.87  3.059e+38 0.000437  3819 
diHPCARP_Ic.ptmpmttmd 9.520e+43 7.54  7.54  3.052e+38 0.000436  3820 
diHPCARP_Ic.tptmptppd 3.034e+44 8.23  8.23  3.048e+38 0.000436  3821 
diHPCARP_Ic.tpttmtppd 5.156e+44 8.55  8.55  3.027e+38 0.000433  3822 
diHPCARP_Ic.ttttmtmmd 8.335e+43 7.47  7.47  3.017e+38 0.000431  3823 
diHPCARP_Ic.mtmtmtmpd 9.280e+43 7.54  7.54  2.988e+38 0.000427  3824 
diHPCARP_Ic.mtmtpttpd 5.064e+44 8.55  8.55  2.974e+38 0.000425  3825 
diHPCARP_Ic.tpttpmtpd 3.875e+44 8.40  8.40  2.958e+38 0.000423  3826 
diHPCARP_Ic.ttttmmpmd 1.331e+44 7.77  7.77  2.933e+38 0.000419  3827 
diHPCARP_Ic.ttptptpmd 2.714e+44 8.20  8.20  2.883e+38 0.000412  3828 
diHPCARP_Ic.tttpmttpd 7.989e+43 7.48  7.48  2.863e+38 0.000409  3829 
diHPCARP_Ic.tttpmtppd 2.915e+44 8.26  8.26  2.821e+38 0.000403  3830 
diHPCARP_Ic.tpttpttpd 3.709e+44 8.40  8.40  2.807e+38 0.000401  3831 
diHPCARP_Ic.mpttptmpd 1.618e+44 7.91  7.91  2.796e+38 0.0004    3832 
diHPCARP_Ic.mtttmtmmd 2.732e+44 8.23  8.23  2.776e+38 0.000397  3833 
diHPCARP_Ic.mmmtmttmd 4.138e+44 8.47  8.47  2.773e+38 0.000396  3834 
diHPCARP_Ic.mtptpmpmd 7.635e+43 7.47  7.47  2.753e+38 0.000394  3835 
diHPCARP_Ic.tppmpttmd 4.183e+44 8.50  8.50  2.705e+38 0.000387  3836 
diHPCARP_Ic.tpptpttmd 8.207e+44 8.91  8.91  2.666e+38 0.000381  3837 
diHPCARP_Ic.ttmmmttpd 1.379e+44 7.85  7.85  2.658e+38 0.00038   3838 
diHPCARP_Ic.tmpmptmpd 1.882e+43 6.66  6.66  2.644e+38 0.000378  3839 
diHPCARP_Ic.tppmmppmd 1.840e+44 8.03  8.03  2.606e+38 0.000373  3840 
diHPCARP_Ic.pmmmptmmd 8.839e+43 7.59  7.59  2.599e+38 0.000372  3841 
diHPCARP_Ic.tpppmtpmd 2.818e+44 8.29  8.29  2.594e+38 0.000371  3842 
diHPCARP_Ic.mmttpttmd 2.575e+44 8.24  8.24  2.574e+38 0.000368  3843 
diHPCARP_Ic.mmttmtmmd 2.793e+44 8.29  8.29  2.558e+38 0.000366  3844 
diHPCARP_Ic.mmmtmttpd 3.853e+44 8.48  8.48  2.554e+38 0.000365  3845 
diHPCARP_Ic.mmmtpttmd 2.614e+44 8.25  8.25  2.554e+38 0.000365  3846 
diHPCARP_Ic.ptmtptmpd 4.604e+43 7.22  7.22  2.551e+38 0.000365  3847 
diHPCARP_Ic.tmmtpttmd 5.877e+44 8.74  8.74  2.505e+38 0.000358  3848 
diHPCARP_Ic.ptmmmmmpd 2.957e+43 6.96  6.96  2.499e+38 0.000357  3849 
diHPCARP_Ic.tpmtmtpmd 9.100e+44 9.02  9.02  2.446e+38 0.00035   3850 
diHPCARP_Ic.tmpppmmpd 2.929e+44 8.35  8.35  2.424e+38 0.000347  3851 
diHPCARP_Ic.tmppptmmd 8.875e+43 7.64  7.64  2.412e+38 0.000345  3852 
diHPCARP_Ic.mptmppmpd 5.536e+43 7.37  7.37  2.362e+38 0.000338  3853 
diHPCARP_Ic.tttpmppmd 4.373e+43 7.24  7.24  2.332e+38 0.000333  3854 
diHPCARP_Ic.tpmmmpppd 1.230e+44 7.86  7.86  2.327e+38 0.000333  3855 
diHPCARP_Ic.tptmmtppd 3.542e+44 8.49  8.49  2.317e+38 0.000331  3856 
diHPCARP_Ic.tmtpmtpmd 1.057e+45 9.15  9.15  2.295e+38 0.000328  3857 
diHPCARP_Ic.mtpmpmpmd 2.925e+43 7.01  7.01  2.280e+38 0.000326  3858 
diHPCARP_Ic.pmmppmmmd 2.343e+43 6.88  6.88  2.277e+38 0.000326  3859 
diHPCARP_Ic.tmpmmmmpd 1.647e+43 6.67  6.67  2.271e+38 0.000325  3860 
diHPCARP_Ic.tttmptpmd 9.384e+43 7.72  7.72  2.245e+38 0.000321  3861 
diHPCARP_Ic.tpptmmpmd 1.934e+44 8.15  8.15  2.243e+38 0.000321  3862 
diHPCARP_Ic.mmmpmttpd 1.150e+44 7.85  7.85  2.184e+38 0.000312  3863 
diHPCARP_Ic.tptpmttmd 4.622e+44 8.70  8.70  2.135e+38 0.000305  3864 
diHPCARP_Ic.pmtppttmd 3.132e+44 8.47  8.47  2.124e+38 0.000304  3865 
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diHPCARP_Ic.tttpmttmd 2.765e+44 8.41  8.41  2.077e+38 0.000297  3866 
diHPCARP_Ic.ptttpmpmd 8.017e+43 7.68  7.68  2.054e+38 0.000294  3867 
diHPCARP_Ic.tmmtmmmmd 1.732e+44 8.14  8.14  2.040e+38 0.000292  3868 
diHPCARP_Ic.tpmmmtpmd 3.900e+44 8.63  8.63  2.030e+38 0.00029   3869 
diHPCARP_Ic.tpmmmmpmd 1.934e+44 8.21  8.21  2.022e+38 0.000289  3870 
diHPCARP_Ic.mtttmtpmd 1.471e+44 8.05  8.05  2.018e+38 0.000289  3871 
diHPCARP_Ic.mmmppttmd 5.412e+43 7.45  7.45  2.014e+38 0.000288  3872 
diHPCARP_Ic.tmmmptppd 1.507e+44 8.06  8.06  2.013e+38 0.000288  3873 
diHPCARP_Ic.mttppttmd 1.997e+44 8.24  8.24  1.991e+38 0.000285  3874 
diHPCARP_Ic.tppmpttpd 3.083e+44 8.50  8.50  1.985e+38 0.000284  3875 
diHPCARP_Ic.ppppptmpd 3.613e+43 7.23  7.23  1.961e+38 0.00028   3876 
diHPCARP_Ic.mtmmpppmd 1.904e+43 6.85  6.85  1.942e+38 0.000278  3877 
diHPCARP_Ic.tptppttmd 3.599e+44 8.61  8.61  1.921e+38 0.000275  3878 
diHPCARP_Ic.pmtpmmmpd 4.693e+43 7.40  7.40  1.908e+38 0.000273  3879 
diHPCARP_Ic.ttttmppmd 1.484e+44 8.09  8.09  1.902e+38 0.000272  3880 
diHPCARP_Ic.mmmmmmmpd 7.038e+43 7.64  7.64  1.899e+38 0.000272  3881 
diHPCARP_Ic.mmmpmttmd 8.681e+43 7.77  7.77  1.885e+38 0.00027   3882 
diHPCARP_Ic.mtpppmpmd 3.548e+43 7.25  7.25  1.868e+38 0.000267  3883 
diHPCARP_Ic.pmmtpmmmd 1.058e+44 7.90  7.90  1.863e+38 0.000266  3884 
diHPCARP_Ic.mmmmmtmmd 1.481e+44 8.10  8.10  1.857e+38 0.000266  3885 
diHPCARP_Ic.mmmmmtppd 1.036e+44 7.89  7.89  1.846e+38 0.000264  3886 
diHPCARP_Ic.mtptmmpmd 1.749e+44 8.21  8.21  1.840e+38 0.000263  3887 
diHPCARP_Ic.ptmmpttmd 3.791e+44 8.67  8.67  1.838e+38 0.000263  3888 
diHPCARP_Ic.tpppptppd 3.897e+44 8.69  8.69  1.830e+38 0.000262  3889 
diHPCARP_Ic.pmmpmtmpd 8.553e+43 7.80  7.80  1.772e+38 0.000253  3890 
diHPCARP_Ic.pmmtptmpd 6.371e+43 7.64  7.64  1.718e+38 0.000246  3891 
diHPCARP_Ic.mmpmpttpd 4.073e+43 7.38  7.38  1.701e+38 0.000243  3892 
diHPCARP_Ic.mmtmmptpd 1.560e+44 8.19  8.19  1.689e+38 0.000241  3893 
diHPCARP_Ic.mmppptppd 4.573e+43 7.46  7.46  1.687e+38 0.000241  3894 
diHPCARP_Ic.tttppttpd 7.922e+43 7.79  7.79  1.687e+38 0.000241  3895 
diHPCARP_Ic.tttmmmmpd 4.672e+43 7.47  7.47  1.679e+38 0.00024   3896 
diHPCARP_Ic.ttmtpttmd 9.800e+43 7.92  7.92  1.678e+38 0.00024   3897 
diHPCARP_Ic.pmmtpppmd 4.192e+43 7.41  7.41  1.677e+38 0.00024   3898 
diHPCARP_Ic.pmpppmtpd 1.186e+43 6.66  6.66  1.669e+38 0.000239  3899 
diHPCARP_Ic.mtppmttpd 4.091e+43 7.41  7.41  1.640e+38 0.000234  3900 
diHPCARP_Ic.ttmmmmtmd 6.331e+43 7.67  7.67  1.631e+38 0.000233  3901 
diHPCARP_Ic.ptmtptpmd 5.895e+43 7.64  7.64  1.604e+38 0.000229  3902 
diHPCARP_Ic.tmmtmttpd 9.230e+44 9.28  9.28  1.602e+38 0.000229  3903 
diHPCARP_Ic.mmpmptpmd 1.644e+43 6.89  6.89  1.566e+38 0.000224  3904 
diHPCARP_Ic.mppmmptmd 1.052e+44 8.02  8.02  1.511e+38 0.000216  3905 
diHPCARP_Ic.mtttppmpd 6.115e+43 7.70  7.70  1.508e+38 0.000216  3906 
diHPCARP_Ic.ptppmtmmd 1.357e+43 6.81  6.81  1.491e+38 0.000213  3907 
diHPCARP_Ic.tttpptppd 3.048e+44 8.66  8.66  1.489e+38 0.000213  3908 
diHPCARP_Ic.ptttmttmd 8.637e+43 7.92  7.92  1.475e+38 0.000211  3909 
diHPCARP_Ic.mpmmmtmpd 4.148e+43 7.48  7.48  1.474e+38 0.000211  3910 
diHPCARP_Ic.tmtppttmd 2.935e+44 8.65  8.65  1.455e+38 0.000208  3911 
diHPCARP_Ic.tpmmmmtpd 1.567e+44 8.28  8.28  1.446e+38 0.000207  3912 
diHPCARP_Ic.ppmmmtppd 8.019e+43 7.89  7.89  1.443e+38 0.000206  3913 
diHPCARP_Ic.mmtmmpmmd 3.547e+43 7.40  7.40  1.439e+38 0.000206  3914 
diHPCARP_Ic.pmtpmttmd 1.216e+44 8.14  8.14  1.438e+38 0.000206  3915 
diHPCARP_Ic.mmppmpmpd 6.045e+44 9.10  9.10  1.430e+38 0.000204  3916 
diHPCARP_Ic.tmtmptmpd 1.891e+44 8.40  8.40  1.428e+38 0.000204  3917 
diHPCARP_Ic.tmtmmtmpd 1.642e+44 8.33  8.33  1.411e+38 0.000202  3918 
diHPCARP_Ic.tpmmmmmmd 5.048e+43 7.62  7.62  1.410e+38 0.000202  3919 
diHPCARP_Ic.tmmpptmmd 9.333e+43 7.99  7.99  1.409e+38 0.000202  3920 
diHPCARP_Ic.mptmmtmpd 5.856e+43 7.71  7.71  1.404e+38 0.000201  3921 
diHPCARP_Ic.ttmtmttmd 1.230e+44 8.16  8.16  1.401e+38 0.0002    3922 
diHPCARP_Ic.mpptmmpmd 5.714e+44 9.08  9.08  1.379e+38 0.000197  3923 
diHPCARP_Ic.tttppmtmd 5.300e+44 9.04  9.04  1.372e+38 0.000196  3924 
diHPCARP_Ic.mptmptmpd 8.499e+43 7.95  7.95  1.366e+38 0.000195  3925 
diHPCARP_Ic.mmtpmttmd 5.784e+44 9.10  9.10  1.361e+38 0.000195  3926 
diHPCARP_Ic.tpmmmmtmd 1.192e+44 8.17  8.17  1.341e+38 0.000192  3927 
diHPCARP_Ic.tmtpppmmd 1.327e+44 8.23  8.23  1.335e+38 0.000191  3928 
diHPCARP_Ic.ttpmptpmd 4.817e+43 7.63  7.63  1.331e+38 0.00019   3929 
diHPCARP_Ic.tpmtptpmd 3.851e+44 8.87  8.87  1.330e+38 0.00019   3930 
diHPCARP_Ic.tttmmtpmd 2.204e+44 8.54  8.54  1.327e+38 0.00019   3931 
diHPCARP_Ic.tmmpmtmmd 1.254e+44 8.20  8.20  1.324e+38 0.000189  3932 
diHPCARP_Ic.tttppttmd 2.310e+44 8.57  8.57  1.324e+38 0.000189  3933 
diHPCARP_Ic.pmmppmtpd 2.270e+43 7.19  7.19  1.304e+38 0.000186  3934 
diHPCARP_Ic.mptpmmpmd 2.000e+44 8.51  8.51  1.274e+38 0.000182  3935 
diHPCARP_Ic.tmmmmppmd 2.662e+43 7.31  7.31  1.268e+38 0.000181  3936 
diHPCARP_Ic.mptpmtpmd 1.279e+44 8.24  8.24  1.267e+38 0.000181  3937 
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diHPCARP_Ic.tmtmpptpd 1.436e+44 8.31  8.31  1.262e+38 0.00018   3938 
diHPCARP_Ic.mmtpppmmd 8.793e+43 8.02  8.02  1.255e+38 0.00018   3939 
diHPCARP_Ic.tpptpttpd 1.559e+44 8.37  8.37  1.245e+38 0.000178  3940 
diHPCARP_Ic.ppttptmmd 3.888e+44 8.92  8.92  1.242e+38 0.000178  3941 
diHPCARP_Ic.mtmtpttmd 3.896e+44 8.92  8.92  1.238e+38 0.000177  3942 
diHPCARP_Ic.mtpmmmpmd 4.869e+43 7.69  7.69  1.222e+38 0.000175  3943 
diHPCARP_Ic.tpptptmpd 3.972e+43 7.58  7.58  1.199e+38 0.000171  3944 
diHPCARP_Ic.ttttptmmd 7.406e+43 7.95  7.95  1.191e+38 0.00017   3945 
diHPCARP_Ic.ppmppptmd 6.175e+43 7.85  7.85  1.174e+38 0.000168  3946 
diHPCARP_Ic.pmmmmtmmd 8.105e+43 8.02  8.02  1.173e+38 0.000168  3947 
diHPCARP_Ic.mttpmttpd 1.329e+44 8.31  8.31  1.166e+38 0.000167  3948 
diHPCARP_Ic.mptppttmd 1.062e+44 8.18  8.18  1.162e+38 0.000166  3949 
diHPCARP_Ic.mpptmtpmd 8.405e+43 8.05  8.05  1.146e+38 0.000164  3950 
diHPCARP_Ic.tmmtmttmd 5.020e+44 9.12  9.12  1.140e+38 0.000163  3951 
diHPCARP_Ic.mtmtmttmd 1.223e+44 8.28  8.28  1.140e+38 0.000163  3952 
diHPCARP_Ic.ttptpppmd 2.882e+43 7.44  7.44  1.098e+38 0.000157  3953 
diHPCARP_Ic.pttpmmmpd 2.731e+43 7.41  7.41  1.097e+38 0.000157  3954 
diHPCARP_Ic.mpmpppppd 2.938e+43 7.45  7.45  1.092e+38 0.000156  3955 
diHPCARP_Ic.tpppptmmd 1.276e+44 8.33  8.33  1.088e+38 0.000156  3956 
diHPCARP_Ic.pmmppppmd 3.371e+43 7.55  7.55  1.074e+38 0.000154  3957 
diHPCARP_Ic.pmttmttmd 2.097e+44 8.65  8.65  1.052e+38 0.00015   3958 
diHPCARP_Ic.ttttmttpd 1.069e+44 8.25  8.25  1.046e+38 0.00015   3959 
diHPCARP_Ic.tmmmptpmd 1.463e+44 8.44  8.44  1.040e+38 0.000149  3960 
diHPCARP_Ic.mtpmppmpd 1.431e+43 7.05  7.05  1.039e+38 0.000149  3961 
diHPCARP_Ic.mttppppmd 3.359e+43 7.57  7.57  1.034e+38 0.000148  3962 
diHPCARP_Ic.tmptptmmd 1.124e+44 8.29  8.29  1.026e+38 0.000147  3963 
diHPCARP_Ic.ppmppptpd 8.035e+43 8.09  8.09  1.023e+38 0.000146  3964 
diHPCARP_Ic.pmmtmtmpd 3.239e+43 7.55  7.55  1.017e+38 0.000145  3965 
diHPCARP_Ic.mttmmtpmd 1.241e+44 8.36  8.36  1.011e+38 0.000145  3966 
diHPCARP_Ic.pttmpmpmd 4.651e+43 7.78  7.78  9.999e+37 0.000143  3967 
diHPCARP_Ic.ttttmtppd 7.884e+44 9.47  9.47  9.956e+37 0.000142  3968 
diHPCARP_Ic.ppmtmmppd 1.342e+44 8.42  8.42  9.842e+37 0.000141  3969 
diHPCARP_Ic.mptpptpmd 1.767e+44 8.59  8.59  9.814e+37 0.00014   3970 
diHPCARP_Ic.tmmpmttmd 1.296e+44 8.40  8.40  9.812e+37 0.00014   3971 
diHPCARP_Ic.ttmtmttpd 2.206e+44 8.72  8.72  9.774e+37 0.00014   3972 
diHPCARP_Ic.mptpmtmmd 1.961e+44 8.65  8.65  9.742e+37 0.000139  3973 
diHPCARP_Ic.mmmtmtmmd 5.059e+44 9.22  9.22  9.738e+37 0.000139  3974 
diHPCARP_Ic.mpttptpmd 7.922e+44 9.49  9.49  9.666e+37 0.000138  3975 
diHPCARP_Ic.tpptptppd 3.599e+44 9.03  9.03  9.430e+37 0.000135  3976 
diHPCARP_Ic.ppppmppmd 1.514e+44 8.53  8.53  9.304e+37 0.000133  3977 
diHPCARP_Ic.tmmmmtppd 1.929e+44 8.67  8.67  9.275e+37 0.000133  3978 
diHPCARP_Ic.tttpmmmmd 3.830e+43 7.71  7.71  9.245e+37 0.000132  3979 
diHPCARP_Ic.mpmpmtmpd 1.608e+43 7.20  7.20  9.149e+37 0.000131  3980 
diHPCARP_Ic.tpmppttpd 4.125e+44 9.14  9.14  9.125e+37 0.00013   3981 
diHPCARP_Ic.pttmptmpd 3.660e+43 7.69  7.69  9.105e+37 0.00013   3982 
diHPCARP_Ic.mmtmmtmpd 1.703e+44 8.63  8.63  8.809e+37 0.000126  3983 
diHPCARP_Ic.ttmmmtppd 2.013e+44 8.73  8.73  8.747e+37 0.000125  3984 
diHPCARP_Ic.tpmppttmd 2.698e+44 8.91  8.91  8.676e+37 0.000124  3985 
diHPCARP_Ic.mtmtpppmd 2.047e+43 7.38  7.38  8.543e+37 0.000122  3986 
diHPCARP_Ic.pmmpptmpd 1.413e+43 7.16  7.16  8.543e+37 0.000122  3987 
diHPCARP_Ic.tpttpttmd 6.944e+44 9.49  9.49  8.535e+37 0.000122  3988 
diHPCARP_Ic.tpppptmpd 4.402e+43 7.85  7.85  8.430e+37 0.000121  3989 
diHPCARP_Ic.ppmpppppd 4.532e+43 7.88  7.88  8.297e+37 0.000119  3990 
diHPCARP_Ic.mmptmtmpd 8.919e+43 8.29  8.29  8.084e+37 0.000116  3991 
diHPCARP_Ic.tttmmmpmd 6.876e+43 8.14  8.14  8.036e+37 0.000115  3992 
diHPCARP_Ic.pmmppmtmd 1.881e+43 7.37  7.37  8.000e+37 0.000114  3993 
diHPCARP_Ic.tpttmttmd 1.008e+45 9.75  9.75  7.942e+37 0.000114  3994 
diHPCARP_Ic.ptptmtmmd 3.546e+43 7.77  7.77  7.798e+37 0.000112  3995 
diHPCARP_Ic.tppmptppd 2.493e+44 8.93  8.93  7.751e+37 0.000111  3996 
diHPCARP_Ic.tpmpmmmmd 1.038e+44 8.42  8.42  7.595e+37 0.000109  3997 
diHPCARP_Ic.mptpmmppd 2.366e+44 8.92  8.92  7.556e+37 0.000108  3998 
diHPCARP_Ic.tppmmttpd 2.556e+44 8.99  8.99  7.224e+37 0.000103  3999 
diHPCARP_Ic.tmttppmmd 5.996e+44 9.50  9.50  7.212e+37 0.000103  4000 
diHPCARP_Ic.tmttmptmd 1.942e+44 8.83  8.83  7.139e+37 0.000102  4001 
diHPCARP_Ic.mpttmmpmd 4.166e+44 9.29  9.29  7.059e+37 0.000101  4002 
diHPCARP_Ic.tmmmmtpmd 1.303e+44 8.61  8.61  7.010e+37 0.0001    4003 
diHPCARP_Ic.mpmmpttmd 9.228e+43 8.40  8.40  6.996e+37 0.0001    4004 
diHPCARP_Ic.pmmtmppmd 1.054e+44 8.48  8.48  6.974e+37 9.97e-05  4005 
diHPCARP_Ic.mptpmmtpd 2.066e+44 8.90  8.90  6.803e+37 9.73e-05  4006 
diHPCARP_Ic.tpmmptpmd 1.013e+44 8.48  8.48  6.712e+37 9.6e-05   4007 
diHPCARP_Ic.ptttptpmd 1.019e+44 8.50  8.50  6.574e+37 9.4e-05   4008 
diHPCARP_Ic.mmmmptppd 1.060e+44 8.52  8.52  6.538e+37 9.35e-05  4009 



69 
 

diHPCARP_Ic.mmtpmmmpd 3.091e+44 9.16  9.16  6.512e+37 9.31e-05  4010 
diHPCARP_Ic.mmptmpmpd 2.556e+44 9.06  9.06  6.439e+37 9.21e-05  4011 
diHPCARP_Ic.ptpmpptpd 2.280e+43 7.62  7.62  6.401e+37 9.15e-05  4012 
diHPCARP_Ic.ptppmttmd 4.509e+43 8.03  8.03  6.390e+37 9.14e-05  4013 
diHPCARP_Ic.tmmppttmd 9.722e+43 8.50  8.50  6.277e+37 8.98e-05  4014 
diHPCARP_Ic.tmmtmmppd 2.285e+44 9.01  9.01  6.247e+37 8.93e-05  4015 
diHPCARP_Ic.pmmtptmmd 1.225e+44 8.64  8.64  6.207e+37 8.88e-05  4016 
diHPCARP_Ic.ttttmmmmd 1.603e+44 8.81  8.81  6.118e+37 8.75e-05  4017 
diHPCARP_Ic.mtmpmttmd 1.657e+44 8.83  8.83  6.085e+37 8.7e-05   4018 
diHPCARP_Ic.mmmtmtppd 2.015e+44 8.95  8.95  6.047e+37 8.65e-05  4019 
diHPCARP_Ic.tmmppttpd 1.301e+44 8.70  8.70  6.027e+37 8.62e-05  4020 
diHPCARP_Ic.tpmtmmtpd 3.267e+44 9.25  9.25  5.934e+37 8.48e-05  4021 
diHPCARP_Ic.mtptptmpd 6.195e+43 8.26  8.26  5.914e+37 8.46e-05  4022 
diHPCARP_Ic.tmmpmttpd 1.322e+44 8.72  8.72  5.901e+37 8.44e-05  4023 
diHPCARP_Ic.mpppmttmd 6.954e+43 8.34  8.34  5.847e+37 8.36e-05  4024 
diHPCARP_Ic.pmmtpmppd 9.650e+43 8.54  8.54  5.842e+37 8.35e-05  4025 
diHPCARP_Ic.mtptpttpd 7.642e+43 8.40  8.40  5.809e+37 8.31e-05  4026 
diHPCARP_Ic.tmmtmmpmd 1.739e+44 8.89  8.89  5.809e+37 8.31e-05  4027 
diHPCARP_Ic.mmtpmptpd 1.457e+44 8.80  8.80  5.637e+37 8.06e-05  4028 
diHPCARP_Ic.ttppmtmmd 2.838e+43 7.84  7.84  5.548e+37 7.93e-05  4029 
diHPCARP_Ic.mtmmmpmpd 2.990e+43 7.89  7.89  5.365e+37 7.67e-05  4030 
diHPCARP_Ic.tmmtptpmd 3.334e+44 9.33  9.33  5.338e+37 7.63e-05  4031 
diHPCARP_Ic.ptmpmmmpd 1.350e+43 7.42  7.42  5.274e+37 7.54e-05  4032 
diHPCARP_Ic.pmmmpttpd 1.024e+44 8.63  8.63  5.259e+37 7.52e-05  4033 
diHPCARP_Ic.pmmmmppmd 2.636e+43 7.84  7.84  5.101e+37 7.29e-05  4034 
diHPCARP_Ic.pmmmpttmd 8.582e+43 8.55  8.55  5.089e+37 7.28e-05  4035 
diHPCARP_Ic.tpmtmmtmd 3.327e+44 9.36  9.36  5.059e+37 7.23e-05  4036 
diHPCARP_Ic.mtptmppmd 3.583e+43 8.04  8.04  5.008e+37 7.16e-05  4037 
diHPCARP_Ic.ttttpttpd 9.819e+43 8.65  8.65  4.918e+37 7.03e-05  4038 
diHPCARP_Ic.mtptpmppd 1.658e+44 8.97  8.97  4.833e+37 6.91e-05  4039 
diHPCARP_Ic.tmttmtpmd 1.142e+45 10.12 10.12 4.832e+37 6.91e-05  4040 
diHPCARP_Ic.ttmmptppd 1.753e+44 9.01  9.01  4.804e+37 6.87e-05  4041 
diHPCARP_Ic.tttmmppmd 5.246e+43 8.30  8.30  4.697e+37 6.72e-05  4042 
diHPCARP_Ic.tmmtmppmd 5.776e+43 8.36  8.36  4.691e+37 6.71e-05  4043 
diHPCARP_Ic.tpmmmttmd 2.954e+44 9.34  9.34  4.647e+37 6.64e-05  4044 
diHPCARP_Ic.tmtpmttmd 4.704e+44 9.62  9.62  4.642e+37 6.64e-05  4045 
diHPCARP_Ic.tmpppptpd 4.292e+43 8.19  8.19  4.627e+37 6.62e-05  4046 
diHPCARP_Ic.ttmtmmtmd 5.664e+43 8.36  8.36  4.615e+37 6.6e-05   4047 
diHPCARP_Ic.tpppmtmpd 6.482e+43 8.44  8.44  4.615e+37 6.6e-05   4048 
diHPCARP_Ic.mttpmtppd 2.257e+44 9.18  9.18  4.597e+37 6.57e-05  4049 
diHPCARP_Ic.pmmtmttmd 1.024e+44 8.72  8.72  4.568e+37 6.53e-05  4050 
diHPCARP_Ic.mptpmpppd 1.111e+44 8.78  8.78  4.487e+37 6.42e-05  4051 
diHPCARP_Ic.ttptpmtpd 7.457e+44 9.92  9.92  4.462e+37 6.38e-05  4052 
diHPCARP_Ic.tptpppppd 1.231e+44 8.85  8.85  4.420e+37 6.32e-05  4053 
diHPCARP_Ic.pppmpmppd 3.657e+44 9.50  9.50  4.383e+37 6.27e-05  4054 
diHPCARP_Ic.mpttmmmmd 6.704e+44 9.87  9.87  4.344e+37 6.21e-05  4055 
diHPCARP_Ic.mtttpppmd 8.536e+43 8.64  8.64  4.327e+37 6.19e-05  4056 
diHPCARP_Ic.pmmtpmpmd 8.809e+43 8.66  8.66  4.299e+37 6.15e-05  4057 
diHPCARP_Ic.tttpmmtmd 2.146e+44 9.20  9.20  4.269e+37 6.1e-05   4058 
diHPCARP_Ic.tppmmtppd 1.780e+45 10.47 10.47 4.224e+37 6.04e-05  4059 
diHPCARP_Ic.ttpmmmmmd 1.594e+43 7.66  7.66  4.203e+37 6.01e-05  4060 
diHPCARP_Ic.tpptmttmd 9.713e+44 10.11 10.11 4.196e+37 6e-05     4061 
diHPCARP_Ic.ptmmpttpd 5.852e+44 9.81  9.81  4.169e+37 5.96e-05  4062 
diHPCARP_Ic.tmtppptpd 1.515e+44 9.01  9.01  4.105e+37 5.87e-05  4063 
diHPCARP_Ic.ttppptpmd 4.027e+43 8.23  8.23  4.097e+37 5.86e-05  4064 
diHPCARP_Ic.tpmmpttmd 2.542e+44 9.33  9.33  4.069e+37 5.82e-05  4065 
diHPCARP_Ic.ppmppppmd 5.513e+43 8.42  8.42  4.040e+37 5.78e-05  4066 
diHPCARP_Ic.tttmmtppd 2.997e+44 9.43  9.43  4.029e+37 5.76e-05  4067 
diHPCARP_Ic.pttmptpmd 1.379e+44 8.98  8.98  3.953e+37 5.65e-05  4068 
diHPCARP_Ic.mmptptpmd 3.630e+43 8.19  8.19  3.940e+37 5.63e-05  4069 
diHPCARP_Ic.ttptmttmd 5.568e+44 9.82  9.82  3.919e+37 5.6e-05   4070 
diHPCARP_Ic.mttmppmpd 2.868e+43 8.05  8.05  3.900e+37 5.58e-05  4071 
diHPCARP_Ic.ttptpttpd 6.444e+44 9.92  9.92  3.832e+37 5.48e-05  4072 
diHPCARP_Ic.tmmtptppd 1.981e+44 9.22  9.22  3.828e+37 5.47e-05  4073 
diHPCARP_Ic.mppmmmpmd 1.657e+44 9.13  9.13  3.725e+37 5.33e-05  4074 
diHPCARP_Ic.ptpppttpd 6.721e+43 8.59  8.59  3.709e+37 5.3e-05   4075 
diHPCARP_Ic.tmttpttmd 5.245e+44 9.82  9.82  3.701e+37 5.29e-05  4076 
diHPCARP_Ic.mtppmmpmd 4.532e+43 8.36  8.36  3.663e+37 5.24e-05  4077 
diHPCARP_Ic.mpttmtpmd 2.008e+44 9.26  9.26  3.592e+37 5.14e-05  4078 
diHPCARP_Ic.mtttpttmd 2.888e+44 9.49  9.49  3.541e+37 5.06e-05  4079 
diHPCARP_Ic.ttpppppmd 3.202e+43 8.20  8.20  3.408e+37 4.87e-05  4080 
diHPCARP_Ic.mmtmpttmd 1.593e+44 9.16  9.16  3.385e+37 4.84e-05  4081 
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diHPCARP_Ic.pmmmmtpmd 2.934e+43 8.15  8.15  3.363e+37 4.81e-05  4082 
diHPCARP_Ic.mptmmmpmd 2.141e+44 9.34  9.34  3.361e+37 4.81e-05  4083 
diHPCARP_Ic.mtptmmtmd 6.993e+44 10.05 10.05 3.348e+37 4.79e-05  4084 
diHPCARP_Ic.tpptppppd 1.808e+44 9.26  9.26  3.273e+37 4.68e-05  4085 
diHPCARP_Ic.mpptmtmpd 5.900e+43 8.59  8.59  3.254e+37 4.65e-05  4086 
diHPCARP_Ic.pmtpmmmmd 6.244e+43 8.63  8.63  3.230e+37 4.62e-05  4087 
diHPCARP_Ic.mpmtpttmd 4.044e+44 9.74  9.74  3.228e+37 4.62e-05  4088 
diHPCARP_Ic.tmptmpmmd 5.600e+43 8.57  8.57  3.185e+37 4.55e-05  4089 
diHPCARP_Ic.pttpppmmd 4.585e+43 8.46  8.46  3.171e+37 4.53e-05  4090 
diHPCARP_Ic.tmtpppmpd 2.148e+44 9.38  9.38  3.132e+37 4.48e-05  4091 
diHPCARP_Ic.mpmmppppd 2.063e+43 7.99  7.99  3.097e+37 4.43e-05  4092 
diHPCARP_Ic.tpptmtppd 8.238e+44 10.20 10.20 3.080e+37 4.4e-05   4093 
diHPCARP_Ic.mpppmtpmd 9.191e+43 8.89  8.89  3.072e+37 4.39e-05  4094 
diHPCARP_Ic.mptpmpmmd 8.006e+43 8.82  8.82  2.999e+37 4.29e-05  4095 
diHPCARP_Ic.tmppmpmmd 2.939e+43 8.23  8.23  2.984e+37 4.27e-05  4096 
diHPCARP_Ic.mtmpmpmpd 3.834e+43 8.39  8.39  2.979e+37 4.26e-05  4097 
diHPCARP_Ic.pmmpmtmmd 1.230e+44 9.08  9.08  2.975e+37 4.25e-05  4098 
diHPCARP_Ic.ttptmmppd 6.089e+43 8.67  8.67  2.922e+37 4.18e-05  4099 
diHPCARP_Ic.mpttmmppd 6.116e+44 10.05 10.05 2.919e+37 4.17e-05  4100 
diHPCARP_Ic.mmmtmmmpd 1.317e+44 9.14  9.14  2.908e+37 4.16e-05  4101 
diHPCARP_Ic.tpmmpttpd 3.599e+44 9.74  9.74  2.900e+37 4.15e-05  4102 
diHPCARP_Ic.mtmmmtppd 2.036e+44 9.41  9.41  2.853e+37 4.08e-05  4103 
diHPCARP_Ic.tpptptmmd 2.136e+44 9.45  9.45  2.785e+37 3.98e-05  4104 
diHPCARP_Ic.tmmppmpmd 2.153e+44 9.46  9.46  2.778e+37 3.97e-05  4105 
diHPCARP_Ic.mmtpmpppd 2.028e+44 9.43  9.43  2.756e+37 3.94e-05  4106 
diHPCARP_Ic.ttmmppmpd 2.618e+43 8.21  8.21  2.754e+37 3.94e-05  4107 
diHPCARP_Ic.tmtpppppd 1.414e+44 9.22  9.22  2.714e+37 3.88e-05  4108 
diHPCARP_Ic.tppmpmmmd 1.937e+44 9.41  9.41  2.685e+37 3.84e-05  4109 
diHPCARP_Ic.mpppmmmmd 9.669e+43 9.00  9.00  2.673e+37 3.82e-05  4110 
diHPCARP_Ic.pmttpppmd 6.228e+43 8.75  8.75  2.629e+37 3.76e-05  4111 
diHPCARP_Ic.mppmmmtpd 3.526e+44 9.79  9.79  2.606e+37 3.73e-05  4112 
diHPCARP_Ic.tmmpmtpmd 9.676e+43 9.02  9.02  2.593e+37 3.71e-05  4113 
diHPCARP_Ic.mpttmmtpd 2.370e+44 9.56  9.56  2.578e+37 3.69e-05  4114 
diHPCARP_Ic.mpptmttmd 8.569e+44 10.33 10.33 2.548e+37 3.64e-05  4115 
diHPCARP_Ic.mmmpmmmpd 9.987e+43 9.05  9.05  2.544e+37 3.64e-05  4116 
diHPCARP_Ic.mpptmptpd 4.011e+44 9.89  9.89  2.522e+37 3.61e-05  4117 
diHPCARP_Ic.tpmtmttmd 1.040e+45 10.46 10.46 2.504e+37 3.58e-05  4118 
diHPCARP_Ic.tpmtpttmd 6.186e+44 10.15 10.15 2.499e+37 3.57e-05  4119 
diHPCARP_Ic.ptmtpttmd 3.391e+44 9.79  9.79  2.498e+37 3.57e-05  4120 
diHPCARP_Ic.tmmtmtppd 2.815e+44 9.68  9.68  2.491e+37 3.56e-05  4121 
diHPCARP_Ic.tpptmtmmd 3.668e+44 9.84  9.84  2.485e+37 3.55e-05  4122 
diHPCARP_Ic.ttttptppd 4.905e+44 10.02 10.02 2.474e+37 3.54e-05  4123 
diHPCARP_Ic.mmpmptppd 2.590e+43 8.27  8.27  2.441e+37 3.49e-05  4124 
diHPCARP_Ic.ttptmttpd 3.213e+44 9.78  9.78  2.431e+37 3.48e-05  4125 
diHPCARP_Ic.tmmppmppd 1.877e+44 9.46  9.46  2.429e+37 3.47e-05  4126 
diHPCARP_Ic.mtpmpmtpd 1.161e+44 9.17  9.17  2.420e+37 3.46e-05  4127 
diHPCARP_Ic.pmmtpttpd 2.327e+44 9.59  9.59  2.403e+37 3.44e-05  4128 
diHPCARP_Ic.mtppmtmmd 2.708e+43 8.32  8.32  2.360e+37 3.37e-05  4129 
diHPCARP_Ic.pmttpptmd 1.504e+44 9.35  9.35  2.318e+37 3.31e-05  4130 
diHPCARP_Ic.mtttmttpd 1.185e+44 9.21  9.21  2.305e+37 3.3e-05   4131 
diHPCARP_Ic.mtpppmppd 5.834e+43 8.79  8.79  2.301e+37 3.29e-05  4132 
diHPCARP_Ic.tpppppppd 9.854e+43 9.10  9.10  2.297e+37 3.28e-05  4133 
diHPCARP_Ic.tmmpmmpmd 7.919e+43 8.99  8.99  2.245e+37 3.21e-05  4134 
diHPCARP_Ic.ttttpttmd 6.706e+44 10.26 10.26 2.241e+37 3.2e-05   4135 
diHPCARP_Ic.ttpmpppmd 1.974e+43 8.18  8.18  2.187e+37 3.13e-05  4136 
diHPCARP_Ic.mpmtptmmd 1.395e+45 10.71 10.71 2.183e+37 3.12e-05  4137 
diHPCARP_Ic.pmmmptpmd 1.577e+44 9.42  9.42  2.176e+37 3.11e-05  4138 
diHPCARP_Ic.pmptmttmd 1.800e+44 9.50  9.50  2.168e+37 3.1e-05   4139 
diHPCARP_Ic.pmppmmtpd 2.094e+43 8.22  8.22  2.165e+37 3.1e-05   4140 
diHPCARP_Ic.tpmmpmppd 2.130e+44 9.61  9.61  2.123e+37 3.04e-05  4141 
diHPCARP_Ic.mtpmpmppd 4.974e+43 8.75  8.75  2.116e+37 3.03e-05  4142 
diHPCARP_Ic.ttpmpttmd 1.169e+44 9.26  9.26  2.113e+37 3.02e-05  4143 
diHPCARP_Ic.ttptmtmmd 8.051e+43 9.04  9.04  2.085e+37 2.98e-05  4144 
diHPCARP_Ic.ptttmmmpd 4.427e+43 8.69  8.69  2.065e+37 2.95e-05  4145 
diHPCARP_Ic.pmmtpttmd 2.064e+44 9.64  9.64  1.955e+37 2.8e-05   4146 
diHPCARP_Ic.mptmmtpmd 1.163e+44 9.30  9.30  1.951e+37 2.79e-05  4147 
diHPCARP_Ic.mptmmmppd 3.447e+44 9.95  9.95  1.939e+37 2.77e-05  4148 
diHPCARP_Ic.mmttmptpd 2.918e+44 9.85  9.85  1.933e+37 2.76e-05  4149 
diHPCARP_Ic.tpptpptpd 8.156e+44 10.47 10.47 1.933e+37 2.76e-05  4150 
diHPCARP_Ic.mtptmttpd 8.576e+44 10.50 10.50 1.926e+37 2.75e-05  4151 
diHPCARP_Ic.ptptmttpd 9.941e+43 9.22  9.22  1.918e+37 2.74e-05  4152 
diHPCARP_Ic.tmptpttpd 3.084e+44 9.90  9.90  1.909e+37 2.73e-05  4153 
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diHPCARP_Ic.tpttppppd 1.803e+44 9.58  9.58  1.889e+37 2.7e-05   4154 
diHPCARP_Ic.mpmmptmmd 1.615e+44 9.52  9.52  1.887e+37 2.7e-05   4155 
diHPCARP_Ic.tmpmmttpd 4.025e+43 8.71  8.71  1.827e+37 2.61e-05  4156 
diHPCARP_Ic.mpptmpppd 1.180e+44 9.35  9.35  1.826e+37 2.61e-05  4157 
diHPCARP_Ic.mtppmppmd 4.695e+43 8.80  8.80  1.822e+37 2.6e-05   4158 
diHPCARP_Ic.tmpmpttpd 8.892e+43 9.18  9.18  1.820e+37 2.6e-05   4159 
diHPCARP_Ic.ttppmttmd 1.981e+44 9.66  9.66  1.815e+37 2.6e-05   4160 
diHPCARP_Ic.tppmppppd 8.136e+43 9.14  9.14  1.801e+37 2.58e-05  4161 
diHPCARP_Ic.mpmpptmmd 4.576e+43 8.80  8.80  1.792e+37 2.56e-05  4162 
diHPCARP_Ic.mmmpmtmmd 4.302e+43 8.77  8.77  1.762e+37 2.52e-05  4163 
diHPCARP_Ic.tttmptppd 2.898e+44 9.92  9.92  1.730e+37 2.47e-05  4164 
diHPCARP_Ic.tpmpmttpd 8.877e+43 9.21  9.21  1.726e+37 2.47e-05  4165 
diHPCARP_Ic.mmttmttmd 4.737e+44 10.22 10.22 1.708e+37 2.44e-05  4166 
diHPCARP_Ic.mtppptmpd 1.988e+43 8.33  8.33  1.705e+37 2.44e-05  4167 
diHPCARP_Ic.pmmmptppd 6.391e+43 9.03  9.03  1.702e+37 2.43e-05  4168 
diHPCARP_Ic.tmmpmtppd 1.164e+44 9.38  9.38  1.695e+37 2.42e-05  4169 
diHPCARP_Ic.ttmtmtppd 2.593e+44 9.87  9.87  1.663e+37 2.38e-05  4170 
diHPCARP_Ic.tmptmptpd 1.449e+44 9.53  9.53  1.659e+37 2.37e-05  4171 
diHPCARP_Ic.mttpmmmpd 7.636e+43 9.15  9.15  1.653e+37 2.36e-05  4172 
diHPCARP_Ic.ptpmpmmmd 1.596e+43 8.22  8.22  1.648e+37 2.36e-05  4173 
diHPCARP_Ic.tpmtmttpd 1.187e+45 10.80 10.80 1.609e+37 2.3e-05   4174 
diHPCARP_Ic.tmpmmttmd 5.948e+43 9.02  9.02  1.585e+37 2.27e-05  4175 
diHPCARP_Ic.ttppptmmd 2.431e+43 8.51  8.51  1.547e+37 2.21e-05  4176 
diHPCARP_Ic.tmmpptpmd 2.180e+44 9.82  9.82  1.537e+37 2.2e-05   4177 
diHPCARP_Ic.ttttmttmd 3.720e+44 10.15 10.15 1.503e+37 2.15e-05  4178 
diHPCARP_Ic.mmttppmmd 1.596e+44 9.65  9.65  1.494e+37 2.14e-05  4179 
diHPCARP_Ic.tmttpptpd 2.849e+44 9.99  9.99  1.491e+37 2.13e-05  4180 
diHPCARP_Ic.mpppmtmpd 6.646e+43 9.13  9.13  1.478e+37 2.11e-05  4181 
diHPCARP_Ic.mmtpptpmd 6.664e+43 9.14  9.14  1.470e+37 2.1e-05   4182 
diHPCARP_Ic.mmmpmmtpd 1.211e+45 10.87 10.87 1.455e+37 2.08e-05  4183 
diHPCARP_Ic.ttppmtpmd 5.562e+43 9.04  9.04  1.453e+37 2.08e-05  4184 
diHPCARP_Ic.pttpptmmd 4.995e+43 8.98  8.98  1.439e+37 2.06e-05  4185 
diHPCARP_Ic.tpmpmmtpd 9.474e+43 9.36  9.36  1.428e+37 2.04e-05  4186 
diHPCARP_Ic.ptptmmmpd 6.934e+43 9.18  9.18  1.422e+37 2.03e-05  4187 
diHPCARP_Ic.mttmpmmmd 3.071e+43 8.71  8.71  1.395e+37 1.99e-05  4188 
diHPCARP_Ic.mmtppptpd 1.803e+44 9.76  9.76  1.389e+37 1.99e-05  4189 
diHPCARP_Ic.pmttmmmpd 7.582e+43 9.25  9.25  1.384e+37 1.98e-05  4190 
diHPCARP_Ic.tpmtptppd 5.952e+44 10.48 10.48 1.382e+37 1.98e-05  4191 
diHPCARP_Ic.tppmmtmmd 2.356e+44 9.93  9.93  1.367e+37 1.96e-05  4192 
diHPCARP_Ic.mptpmptpd 1.441e+44 9.65  9.65  1.350e+37 1.93e-05  4193 
diHPCARP_Ic.ptttppmmd 1.024e+44 9.45  9.45  1.341e+37 1.92e-05  4194 
diHPCARP_Ic.tpmpmptmd 6.127e+43 9.14  9.14  1.341e+37 1.92e-05  4195 
diHPCARP_Ic.mmmmmmtpd 2.727e+44 10.04 10.04 1.333e+37 1.91e-05  4196 
diHPCARP_Ic.tttpmmppd 1.520e+44 9.69  9.69  1.321e+37 1.89e-05  4197 
diHPCARP_Ic.mtpmmttmd 1.254e+44 9.58  9.58  1.316e+37 1.88e-05  4198 
diHPCARP_Ic.mppmmtmpd 3.906e+43 8.90  8.90  1.294e+37 1.85e-05  4199 
diHPCARP_Ic.ttpppttmd 1.646e+44 9.75  9.75  1.289e+37 1.84e-05  4200 
diHPCARP_Ic.ttmmpppmd 5.035e+43 9.05  9.05  1.281e+37 1.83e-05  4201 
diHPCARP_Ic.mmttmpmpd 7.664e+44 10.69 10.69 1.252e+37 1.79e-05  4202 
diHPCARP_Ic.mmtmppppd 1.880e+45 11.23 11.23 1.231e+37 1.76e-05  4203 
diHPCARP_Ic.mmmtptppd 1.177e+44 9.59  9.59  1.224e+37 1.75e-05  4204 
diHPCARP_Ic.mmtpppppd 3.699e+44 10.27 10.27 1.217e+37 1.74e-05  4205 
diHPCARP_Ic.tmmpptppd 1.304e+44 9.65  9.65  1.213e+37 1.73e-05  4206 
diHPCARP_Ic.mpmmppmmd 4.413e+43 9.01  9.01  1.211e+37 1.73e-05  4207 
diHPCARP_Ic.mppmmmtmd 4.797e+44 10.44 10.44 1.183e+37 1.69e-05  4208 
diHPCARP_Ic.tptmppppd 1.268e+44 9.65  9.65  1.177e+37 1.68e-05  4209 
diHPCARP_Ic.ttpmpttpd 1.213e+44 9.63  9.63  1.174e+37 1.68e-05  4210 
diHPCARP_Ic.pttppttpd 1.810e+44 9.88  9.88  1.141e+37 1.63e-05  4211 
diHPCARP_Ic.tttpmmtpd 5.839e+43 9.21  9.21  1.139e+37 1.63e-05  4212 
diHPCARP_Ic.mtptmtmmd 8.618e+43 9.45  9.45  1.134e+37 1.62e-05  4213 
diHPCARP_Ic.tmmmppmpd 5.497e+43 9.18  9.18  1.127e+37 1.61e-05  4214 
diHPCARP_Ic.ttppmmppd 2.830e+43 8.79  8.79  1.124e+37 1.61e-05  4215 
diHPCARP_Ic.pmpmpmmpd 8.641e+42 8.08  8.08  1.116e+37 1.6e-05   4216 
diHPCARP_Ic.mmmpmtppd 6.961e+43 9.33  9.33  1.115e+37 1.59e-05  4217 
diHPCARP_Ic.pmmtptpmd 3.269e+44 10.25 10.25 1.112e+37 1.59e-05  4218 
diHPCARP_Ic.tptpppmmd 1.177e+44 9.65  9.65  1.106e+37 1.58e-05  4219 
diHPCARP_Ic.pttmpptpd 6.229e+43 9.28  9.28  1.086e+37 1.55e-05  4220 
diHPCARP_Ic.mmtpmpmmd 2.029e+44 9.98  9.98  1.084e+37 1.55e-05  4221 
diHPCARP_Ic.mmptmttpd 3.758e+44 10.35 10.35 1.082e+37 1.55e-05  4222 
diHPCARP_Ic.tpppppmmd 2.358e+44 10.09 10.09 1.056e+37 1.51e-05  4223 
diHPCARP_Ic.mpttmpppd 1.530e+44 9.84  9.84  1.043e+37 1.49e-05  4224 
diHPCARP_Ic.ptptmmtpd 1.752e+44 9.92  9.92  1.042e+37 1.49e-05  4225 
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diHPCARP_Ic.mptpptppd 7.394e+43 9.41  9.41  1.039e+37 1.49e-05  4226 
diHPCARP_Ic.ttmtptppd 2.340e+44 10.10 10.10 1.029e+37 1.47e-05  4227 
diHPCARP_Ic.ppmpmmppd 1.198e+44 9.71  9.71  1.014e+37 1.45e-05  4228 
diHPCARP_Ic.mtppppmpd 3.011e+43 8.89  8.89  1.012e+37 1.45e-05  4229 
diHPCARP_Ic.mtpppmtpd 3.794e+43 9.04  9.04  9.832e+36 1.41e-05  4230 
diHPCARP_Ic.mmttptpmd 1.486e+44 9.87  9.87  9.629e+36 1.38e-05  4231 
diHPCARP_Ic.tmpmmptpd 1.114e+44 9.70  9.70  9.581e+36 1.37e-05  4232 
diHPCARP_Ic.mpptmmtpd 1.391e+44 9.84  9.84  9.502e+36 1.36e-05  4233 
diHPCARP_Ic.mtttmtppd 3.842e+44 10.45 10.45 9.440e+36 1.35e-05  4234 
diHPCARP_Ic.mttmpppmd 3.331e+43 8.99  8.99  9.367e+36 1.34e-05  4235 
diHPCARP_Ic.ttmpppmpd 3.134e+43 8.97  8.97  9.205e+36 1.32e-05  4236 
diHPCARP_Ic.pmmtmtpmd 4.033e+43 9.12  9.12  9.169e+36 1.31e-05  4237 
diHPCARP_Ic.mmppmptpd 5.058e+43 9.25  9.25  9.164e+36 1.31e-05  4238 
diHPCARP_Ic.tpptpppmd 2.357e+44 10.17 10.17 9.164e+36 1.31e-05  4239 
diHPCARP_Ic.mmmmpmmmd 7.320e+43 9.48  9.48  9.106e+36 1.3e-05   4240 
diHPCARP_Ic.mtppmmtpd 4.822e+43 9.23  9.23  9.105e+36 1.3e-05   4241 
diHPCARP_Ic.mtppmttmd 2.279e+44 10.16 10.16 9.024e+36 1.29e-05  4242 
diHPCARP_Ic.ptpmmmtpd 7.566e+43 9.51  9.51  8.876e+36 1.27e-05  4243 
diHPCARP_Ic.pttmmmmpd 2.702e+43 8.92  8.92  8.634e+36 1.23e-05  4244 
diHPCARP_Ic.mmmmmmtmd 3.017e+44 10.36 10.36 8.617e+36 1.23e-05  4245 
diHPCARP_Ic.mmtpmptmd 8.169e+44 10.95 10.95 8.597e+36 1.23e-05  4246 
diHPCARP_Ic.pmmpmttpd 2.137e+44 10.17 10.17 8.306e+36 1.19e-05  4247 
diHPCARP_Ic.pmmmmmmpd 3.032e+43 9.01  9.01  8.281e+36 1.18e-05  4248 
diHPCARP_Ic.mtmtmpmpd 7.652e+43 9.56  9.56  8.270e+36 1.18e-05  4249 
diHPCARP_Ic.mmppmtmmd 2.876e+43 8.99  8.99  8.170e+36 1.17e-05  4250 
diHPCARP_Ic.mmttppmpd 8.611e+44 11.02 11.02 8.133e+36 1.16e-05  4251 
diHPCARP_Ic.mtttmttmd 4.581e+44 10.65 10.65 7.966e+36 1.14e-05  4252 
diHPCARP_Ic.mpmmpmppd 6.373e+43 9.48  9.48  7.964e+36 1.14e-05  4253 
diHPCARP_Ic.pttppptpd 6.547e+43 9.50  9.50  7.891e+36 1.13e-05  4254 
diHPCARP_Ic.ptpmmttpd 3.115e+43 9.06  9.06  7.787e+36 1.11e-05  4255 
diHPCARP_Ic.pmmtptppd 1.496e+44 10.00 10.00 7.775e+36 1.11e-05  4256 
diHPCARP_Ic.pmtmmmtpd 1.394e+44 9.96  9.96  7.722e+36 1.1e-05   4257 
diHPCARP_Ic.mppmptppd 2.619e+44 10.34 10.34 7.706e+36 1.1e-05   4258 
diHPCARP_Ic.mpttmptpd 1.885e+44 10.15 10.15 7.580e+36 1.08e-05  4259 
diHPCARP_Ic.tmptmtpmd 9.448e+43 9.74  9.74  7.528e+36 1.08e-05  4260 
diHPCARP_Ic.mtpmmppmd 2.231e+43 8.88  8.88  7.518e+36 1.07e-05  4261 
diHPCARP_Ic.mptmmpppd 1.188e+44 9.88  9.88  7.502e+36 1.07e-05  4262 
diHPCARP_Ic.ttptptmpd 1.214e+44 9.90  9.90  7.399e+36 1.06e-05  4263 
diHPCARP_Ic.mpptmmppd 2.423e+44 10.32 10.32 7.345e+36 1.05e-05  4264 
diHPCARP_Ic.ptptmtmpd 8.824e+43 9.72  9.72  7.338e+36 1.05e-05  4265 
diHPCARP_Ic.pmmtmtmmd 6.297e+43 9.53  9.53  7.239e+36 1.04e-05  4266 
diHPCARP_Ic.tmtmppppd 1.972e+44 10.21 10.21 7.201e+36 1.03e-05  4267 
diHPCARP_Ic.ttptptmmd 8.430e+43 9.71  9.71  7.132e+36 1.02e-05  4268 
diHPCARP_Ic.pttmpttpd 1.805e+44 10.17 10.17 7.057e+36 1.01e-05  4269 
diHPCARP_Ic.mpmmmmpmd 6.470e+43 9.56  9.56  7.013e+36 1e-05     4270 
diHPCARP_Ic.ptttpttpd 3.800e+44 10.62 10.62 6.999e+36 1e-05     4271 
diHPCARP_Ic.mmtmmpppd 3.659e+44 10.61 10.61 6.789e+36 9.71e-06  4272 
diHPCARP_Ic.mtpppptpd 2.715e+43 9.06  9.06  6.789e+36 9.71e-06  4273 
diHPCARP_Ic.tmpmpttmd 9.336e+43 9.80  9.80  6.750e+36 9.65e-06  4274 
diHPCARP_Ic.tppppppmd 1.034e+44 9.87  9.87  6.705e+36 9.59e-06  4275 
diHPCARP_Ic.ttttmmtpd 8.698e+43 9.76  9.76  6.703e+36 9.58e-06  4276 
diHPCARP_Ic.mmmpptppd 5.658e+43 9.51  9.51  6.692e+36 9.57e-06  4277 
diHPCARP_Ic.tpmpmmppd 4.574e+43 9.40  9.40  6.534e+36 9.34e-06  4278 
diHPCARP_Ic.mttmmtppd 2.625e+44 10.45 10.45 6.389e+36 9.14e-06  4279 
diHPCARP_Ic.mpttmpmmd 1.128e+44 9.95  9.95  6.314e+36 9.03e-06  4280 
diHPCARP_Ic.mmmmpmtmd 8.628e+43 9.80  9.80  6.226e+36 8.9e-06   4281 
diHPCARP_Ic.tmttppppd 2.599e+44 10.46 10.46 6.189e+36 8.85e-06  4282 
diHPCARP_Ic.mtppmpmpd 6.580e+43 9.66  9.66  6.066e+36 8.67e-06  4283 
diHPCARP_Ic.tmpmmtpmd 2.173e+43 9.01  9.01  5.946e+36 8.5e-06   4284 
diHPCARP_Ic.mtpmmttpd 1.462e+44 10.15 10.15 5.872e+36 8.4e-06   4285 
diHPCARP_Ic.tpmpmppmd 6.708e+43 9.69  9.69  5.862e+36 8.38e-06  4286 
diHPCARP_Ic.tptppptpd 2.480e+44 10.49 10.49 5.698e+36 8.15e-06  4287 
diHPCARP_Ic.ttppppmpd 5.294e+43 9.58  9.58  5.598e+36 8.01e-06  4288 
diHPCARP_Ic.mtpmmpmpd 5.218e+43 9.57  9.57  5.598e+36 8e-06     4289 
diHPCARP_Ic.mpppppmpd 9.782e+43 9.94  9.94  5.590e+36 7.99e-06  4290 
diHPCARP_Ic.mmttmpppd 3.770e+44 10.75 10.75 5.537e+36 7.92e-06  4291 
diHPCARP_Ic.mmtmmttmd 3.793e+44 10.78 10.78 5.321e+36 7.61e-06  4292 
diHPCARP_Ic.ptmtpttpd 2.707e+44 10.58 10.58 5.274e+36 7.54e-06  4293 
diHPCARP_Ic.ttptmtppd 3.302e+44 10.71 10.71 5.246e+36 7.5e-06   4294 
diHPCARP_Ic.tppmpptpd 3.336e+44 10.72 10.72 5.159e+36 7.38e-06  4295 
diHPCARP_Ic.pmttmmmmd 1.248e+44 10.14 10.14 5.140e+36 7.35e-06  4296 
diHPCARP_Ic.tppmppmpd 5.897e+43 9.70  9.70  5.070e+36 7.25e-06  4297 
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diHPCARP_Ic.ptptpttmd 1.181e+45 11.49 11.49 5.029e+36 7.19e-06  4298 
diHPCARP_Ic.mmpmmtpmd 1.153e+43 8.73  8.73  5.016e+36 7.17e-06  4299 
diHPCARP_Ic.tmpmmtmmd 6.846e+43 9.81  9.81  4.883e+36 6.98e-06  4300 
diHPCARP_Ic.mmmmptpmd 4.736e+43 9.60  9.60  4.814e+36 6.88e-06  4301 
diHPCARP_Ic.mmtmptpmd 5.725e+43 9.72  9.72  4.760e+36 6.81e-06  4302 
diHPCARP_Ic.tpmmptppd 1.195e+44 10.16 10.16 4.732e+36 6.77e-06  4303 
diHPCARP_Ic.tpmpptppd 1.346e+44 10.24 10.24 4.707e+36 6.73e-06  4304 
diHPCARP_Ic.mmptmtmmd 8.201e+43 9.94  9.94  4.687e+36 6.7e-06   4305 
diHPCARP_Ic.mptpmttmd 3.188e+44 10.76 10.76 4.641e+36 6.64e-06  4306 
diHPCARP_Ic.tttpppmpd 5.967e+43 9.77  9.77  4.572e+36 6.54e-06  4307 
diHPCARP_Ic.ttttmmppd 2.773e+44 10.69 10.69 4.530e+36 6.48e-06  4308 
diHPCARP_Ic.mpppmmppd 1.291e+44 10.24 10.24 4.490e+36 6.42e-06  4309 
diHPCARP_Ic.mpppmpppd 4.518e+43 9.61  9.61  4.485e+36 6.41e-06  4310 
diHPCARP_Ic.mpmtmtpmd 9.455e+43 10.06 10.06 4.472e+36 6.4e-06   4311 
diHPCARP_Ic.mmttpptpd 2.457e+44 10.65 10.65 4.257e+36 6.09e-06  4312 
diHPCARP_Ic.mpppmpmmd 3.567e+43 9.51  9.51  4.208e+36 6.02e-06  4313 
diHPCARP_Ic.tpttpptpd 3.355e+44 10.85 10.85 4.185e+36 5.98e-06  4314 
diHPCARP_Ic.ptptmmppd 1.629e+44 10.42 10.42 4.156e+36 5.94e-06  4315 
diHPCARP_Ic.pmtmmmmpd 4.500e+43 9.66  9.66  4.150e+36 5.93e-06  4316 
diHPCARP_Ic.mmmppptmd 8.865e+43 10.07 10.07 4.091e+36 5.85e-06  4317 
diHPCARP_Ic.ttttmmtmd 2.462e+44 10.68 10.68 4.080e+36 5.83e-06  4318 
diHPCARP_Ic.mpptmtmmd 5.978e+44 11.22 11.22 3.995e+36 5.71e-06  4319 
diHPCARP_Ic.mtmmmppmd 8.431e+43 10.05 10.05 3.993e+36 5.71e-06  4320 
diHPCARP_Ic.tpppppmpd 8.721e+43 10.08 10.08 3.947e+36 5.64e-06  4321 
diHPCARP_Ic.mtttmmmpd 1.692e+44 10.48 10.48 3.940e+36 5.63e-06  4322 
diHPCARP_Ic.mpptmmmmd 8.732e+43 10.09 10.09 3.891e+36 5.56e-06  4323 
diHPCARP_Ic.ttmtppmpd 7.573e+43 10.01 10.01 3.882e+36 5.55e-06  4324 
diHPCARP_Ic.ptttpptpd 7.492e+43 10.01 10.01 3.843e+36 5.5e-06   4325 
diHPCARP_Ic.ttmtpppmd 3.739e+43 9.60  9.60  3.811e+36 5.45e-06  4326 
diHPCARP_Ic.mpptmppmd 2.615e+44 10.77 10.77 3.737e+36 5.34e-06  4327 
diHPCARP_Ic.ptpmmmmpd 2.357e+43 9.34  9.34  3.729e+36 5.33e-06  4328 
diHPCARP_Ic.ptptmppmd 3.149e+43 9.51  9.51  3.727e+36 5.33e-06  4329 
diHPCARP_Ic.mtptmtmpd 1.167e+44 10.29 10.29 3.708e+36 5.3e-06   4330 
diHPCARP_Ic.tmptpttmd 1.185e+45 11.68 11.68 3.701e+36 5.29e-06  4331 
diHPCARP_Ic.tpttppmmd 2.248e+44 10.69 10.69 3.692e+36 5.28e-06  4332 
diHPCARP_Ic.mtmtmtppd 1.760e+44 10.54 10.54 3.684e+36 5.27e-06  4333 
diHPCARP_Ic.tmmtppmpd 1.229e+44 10.34 10.34 3.596e+36 5.14e-06  4334 
diHPCARP_Ic.mtpmmtmmd 3.537e+43 9.60  9.60  3.581e+36 5.12e-06  4335 
diHPCARP_Ic.tpmmmtppd 2.507e+44 10.77 10.77 3.570e+36 5.1e-06   4336 
diHPCARP_Ic.pmtpmmtmd 8.582e+43 10.14 10.14 3.518e+36 5.03e-06  4337 
diHPCARP_Ic.ttppptmpd 4.982e+43 9.85  9.85  3.325e+36 4.75e-06  4338 
diHPCARP_Ic.pmptptmpd 1.060e+44 10.30 10.30 3.317e+36 4.74e-06  4339 
diHPCARP_Ic.ttmmmmppd 5.753e+43 9.95  9.95  3.247e+36 4.64e-06  4340 
diHPCARP_Ic.pmptpmmmd 2.332e+43 9.42  9.42  3.203e+36 4.58e-06  4341 
diHPCARP_Ic.tmppmtpmd 3.757e+43 9.71  9.71  3.151e+36 4.51e-06  4342 
diHPCARP_Ic.ptpmmmmmd 8.079e+43 10.18 10.18 3.122e+36 4.46e-06  4343 
diHPCARP_Ic.ptpmmmppd 1.140e+44 10.38 10.38 3.107e+36 4.44e-06  4344 
diHPCARP_Ic.tmtppptmd 1.711e+44 10.64 10.64 3.018e+36 4.32e-06  4345 
diHPCARP_Ic.mmmmmtpmd 4.857e+43 9.91  9.91  2.953e+36 4.22e-06  4346 
diHPCARP_Ic.tttmmmppd 1.758e+44 10.69 10.69 2.880e+36 4.12e-06  4347 
diHPCARP_Ic.mpptmpmmd 1.957e+44 10.76 10.76 2.835e+36 4.05e-06  4348 
diHPCARP_Ic.ttpmptmmd 3.405e+43 9.73  9.73  2.803e+36 4.01e-06  4349 
diHPCARP_Ic.tttmpttmd 2.067e+44 10.80 10.80 2.794e+36 4e-06     4350 
diHPCARP_Ic.tmttppmpd 3.091e+44 11.04 11.04 2.788e+36 3.99e-06  4351 
diHPCARP_Ic.tttmmttmd 2.023e+44 10.79 10.79 2.785e+36 3.98e-06  4352 
diHPCARP_Ic.pmpppmmmd 1.546e+43 9.26  9.26  2.779e+36 3.97e-06  4353 
diHPCARP_Ic.ttpmppmpd 3.390e+43 9.75  9.75  2.679e+36 3.83e-06  4354 
diHPCARP_Ic.tpmmppppd 1.434e+44 10.62 10.62 2.641e+36 3.78e-06  4355 
diHPCARP_Ic.tttppppmd 6.453e+43 10.15 10.15 2.622e+36 3.75e-06  4356 
diHPCARP_Ic.ptttptmmd 1.110e+44 10.47 10.47 2.598e+36 3.71e-06  4357 
diHPCARP_Ic.pmmpmttmd 7.090e+43 10.23 10.23 2.503e+36 3.58e-06  4358 
diHPCARP_Ic.tmptmttmd 7.064e+44 11.61 11.61 2.477e+36 3.54e-06  4359 
diHPCARP_Ic.ptpmmppmd 1.005e+43 9.08  9.08  2.457e+36 3.51e-06  4360 
diHPCARP_Ic.pmppptpmd 2.408e+43 9.60  9.60  2.440e+36 3.49e-06  4361 
diHPCARP_Ic.mtptmptmd 5.120e+44 11.45 11.45 2.315e+36 3.31e-06  4362 
diHPCARP_Ic.mmttmpmmd 5.101e+44 11.45 11.45 2.314e+36 3.31e-06  4363 
diHPCARP_Ic.mmptmtpmd 5.296e+43 10.11 10.11 2.272e+36 3.25e-06  4364 
diHPCARP_Ic.tmpmmmtpd 9.539e+43 10.48 10.48 2.203e+36 3.15e-06  4365 
diHPCARP_Ic.mmpmmttpd 9.082e+43 10.46 10.46 2.173e+36 3.11e-06  4366 
diHPCARP_Ic.mttmmttmd 3.191e+44 11.22 11.22 2.148e+36 3.07e-06  4367 
diHPCARP_Ic.ptppmmmpd 3.203e+43 9.85  9.85  2.124e+36 3.04e-06  4368 
diHPCARP_Ic.tpptppmmd 2.835e+44 11.17 11.17 2.058e+36 2.94e-06  4369 
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diHPCARP_Ic.pmmppttpd 5.447e+43 10.21 10.21 1.996e+36 2.85e-06  4370 
diHPCARP_Ic.ttppptppd 3.520e+44 11.32 11.32 1.986e+36 2.84e-06  4371 
diHPCARP_Ic.mttpppppd 1.270e+44 10.73 10.73 1.934e+36 2.77e-06  4372 
diHPCARP_Ic.tmpppttmd 3.702e+44 11.39 11.39 1.856e+36 2.65e-06  4373 
diHPCARP_Ic.mpppmppmd 1.095e+44 10.67 10.67 1.840e+36 2.63e-06  4374 
diHPCARP_Ic.mtpmmmtpd 2.041e+44 11.05 11.05 1.821e+36 2.6e-06   4375 
diHPCARP_Ic.ptptmmtmd 1.531e+44 10.88 10.88 1.816e+36 2.6e-06   4376 
diHPCARP_Ic.mmmtptpmd 6.893e+43 10.42 10.42 1.779e+36 2.54e-06  4377 
diHPCARP_Ic.pmptpmtpd 5.507e+43 10.29 10.29 1.764e+36 2.52e-06  4378 
diHPCARP_Ic.mppmmptpd 1.643e+44 10.94 10.94 1.762e+36 2.52e-06  4379 
diHPCARP_Ic.ptppmmppd 5.618e+43 10.31 10.31 1.748e+36 2.5e-06   4380 
diHPCARP_Ic.mtppmtmpd 4.401e+43 10.17 10.17 1.722e+36 2.46e-06  4381 
diHPCARP_Ic.mmmtmmtpd 5.650e+44 11.69 11.69 1.718e+36 2.46e-06  4382 
diHPCARP_Ic.tmmmpptpd 2.556e+44 11.23 11.23 1.697e+36 2.43e-06  4383 
diHPCARP_Ic.mmmtmmtmd 1.036e+45 12.06 12.06 1.693e+36 2.42e-06  4384 
diHPCARP_Ic.mmmpmmtmd 3.101e+44 11.35 11.35 1.679e+36 2.4e-06   4385 
diHPCARP_Ic.tmptptppd 5.095e+44 11.66 11.66 1.646e+36 2.35e-06  4386 
diHPCARP_Ic.tmptptpmd 1.286e+44 10.85 10.85 1.600e+36 2.29e-06  4387 
diHPCARP_Ic.ttptptppd 2.426e+44 11.24 11.24 1.566e+36 2.24e-06  4388 
diHPCARP_Ic.pmmppttmd 5.431e+43 10.36 10.36 1.549e+36 2.21e-06  4389 
diHPCARP_Ic.pmmmmmpmd 3.292e+43 10.06 10.06 1.538e+36 2.2e-06   4390 
diHPCARP_Ic.tmtmppmpd 1.782e+44 11.07 11.07 1.537e+36 2.2e-06   4391 
diHPCARP_Ic.pmmmmmmmd 5.080e+43 10.32 10.32 1.535e+36 2.2e-06   4392 
diHPCARP_Ic.mmtmmpmpd 2.303e+44 11.23 11.23 1.512e+36 2.16e-06  4393 
diHPCARP_Ic.mmmmmmppd 1.504e+44 10.99 10.99 1.481e+36 2.12e-06  4394 
diHPCARP_Ic.mtmtmppmd 6.069e+43 10.45 10.45 1.479e+36 2.12e-06  4395 
diHPCARP_Ic.ttttpppmd 2.016e+44 11.18 11.18 1.453e+36 2.08e-06  4396 
diHPCARP_Ic.mmttppppd 4.049e+44 11.60 11.60 1.446e+36 2.07e-06  4397 
diHPCARP_Ic.pmmpptmmd 4.649e+43 10.31 10.31 1.423e+36 2.03e-06  4398 
diHPCARP_Ic.tpmtppppd 2.612e+44 11.35 11.35 1.408e+36 2.01e-06  4399 
diHPCARP_Ic.mtpmmmtmd 2.606e+44 11.35 11.35 1.397e+36 2e-06     4400 
diHPCARP_Ic.mmppmtpmd 2.555e+43 9.97  9.97  1.393e+36 1.99e-06  4401 
diHPCARP_Ic.ttmtmmppd 6.305e+43 10.51 10.51 1.385e+36 1.98e-06  4402 
diHPCARP_Ic.mmmtpmmmd 1.413e+44 11.01 11.01 1.353e+36 1.93e-06  4403 
diHPCARP_Ic.ptmtmtpmd 7.428e+43 10.63 10.63 1.346e+36 1.92e-06  4404 
diHPCARP_Ic.pmpppmpmd 1.162e+43 9.54  9.54  1.311e+36 1.87e-06  4405 
diHPCARP_Ic.ptptmtppd 1.577e+44 11.10 11.10 1.300e+36 1.86e-06  4406 
diHPCARP_Ic.ptpmmmtmd 6.211e+43 10.55 10.55 1.279e+36 1.83e-06  4407 
diHPCARP_Ic.ptmmmppmd 1.090e+44 10.89 10.89 1.261e+36 1.8e-06   4408 
diHPCARP_Ic.mmmtpmtmd 2.479e+44 11.39 11.39 1.257e+36 1.8e-06   4409 
diHPCARP_Ic.ppmppmppd 3.751e+44 11.63 11.63 1.254e+36 1.79e-06  4410 
diHPCARP_Ic.mpttmttmd 4.022e+44 11.68 11.68 1.252e+36 1.79e-06  4411 
diHPCARP_Ic.mptpppmmd 5.780e+43 10.52 10.52 1.252e+36 1.79e-06  4412 
diHPCARP_Ic.mmtpmtpmd 7.420e+43 10.67 10.67 1.242e+36 1.78e-06  4413 
diHPCARP_Ic.mpmmmttmd 1.821e+44 11.22 11.22 1.229e+36 1.76e-06  4414 
diHPCARP_Ic.ttppmtppd 1.110e+44 10.93 10.93 1.219e+36 1.74e-06  4415 
diHPCARP_Ic.ptpmmtppd 2.536e+43 10.06 10.06 1.196e+36 1.71e-06  4416 
diHPCARP_Ic.mpmmmpppd 6.825e+43 10.65 10.65 1.188e+36 1.7e-06   4417 
diHPCARP_Ic.ptppmmtmd 9.348e+43 10.85 10.85 1.168e+36 1.67e-06  4418 
diHPCARP_Ic.mpmmmttpd 3.693e+44 11.68 11.68 1.137e+36 1.63e-06  4419 
diHPCARP_Ic.mmptmttmd 8.382e+44 12.18 12.18 1.116e+36 1.6e-06   4420 
diHPCARP_Ic.ptppmtmpd 2.346e+43 10.08 10.08 1.073e+36 1.53e-06  4421 
diHPCARP_Ic.tmmmpptmd 2.239e+44 11.44 11.44 1.037e+36 1.48e-06  4422 
diHPCARP_Ic.tmptmmpmd 4.535e+43 10.49 10.49 1.031e+36 1.47e-06  4423 
diHPCARP_Ic.tmppptppd 2.662e+44 11.55 11.55 1.019e+36 1.46e-06  4424 
diHPCARP_Ic.mmttmtpmd 3.011e+44 11.63 11.63 1.018e+36 1.46e-06  4425 
diHPCARP_Ic.mtppmmmpd 1.251e+44 11.11 11.11 1.017e+36 1.45e-06  4426 
diHPCARP_Ic.mttpmppmd 1.271e+44 11.12 11.12 1.014e+36 1.45e-06  4427 
diHPCARP_Ic.ptptpttpd 7.754e+44 12.20 12.20 1.005e+36 1.44e-06  4428 
diHPCARP_Ic.mttppmmmd 8.051e+43 10.85 10.85 9.986e+35 1.43e-06  4429 
diHPCARP_Ic.ptppmtppd 7.625e+43 10.84 10.84 9.724e+35 1.39e-06  4430 
diHPCARP_Ic.tmppptpmd 8.531e+43 10.91 10.91 9.554e+35 1.37e-06  4431 
diHPCARP_Ic.pmmpmmpmd 2.014e+43 10.06 10.06 9.430e+35 1.35e-06  4432 
diHPCARP_Ic.mttmmmmpd 8.375e+43 10.92 10.92 9.366e+35 1.34e-06  4433 
diHPCARP_Ic.mmmmpmppd 1.797e+44 11.37 11.37 9.318e+35 1.33e-06  4434 
diHPCARP_Ic.tttmmmtmd 1.154e+44 11.12 11.12 9.219e+35 1.32e-06  4435 
diHPCARP_Ic.mtptpmtpd 3.745e+44 11.83 11.83 9.072e+35 1.3e-06   4436 
diHPCARP_Ic.tmmmpmmmd 1.546e+44 11.32 11.32 8.790e+35 1.26e-06  4437 
diHPCARP_Ic.mpmtmttpd 7.476e+44 12.27 12.27 8.545e+35 1.22e-06  4438 
diHPCARP_Ic.tmpmmtppd 5.835e+43 10.77 10.77 8.388e+35 1.2e-06   4439 
diHPCARP_Ic.tmpmpppmd 4.613e+44 12.02 12.02 8.083e+35 1.16e-06  4440 
diHPCARP_Ic.pmmmmptmd 8.195e+43 11.02 11.02 7.720e+35 1.1e-06   4441 
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diHPCARP_Ic.pmppptmpd 4.236e+43 10.63 10.63 7.691e+35 1.1e-06   4442 
diHPCARP_Ic.mtpppmmmd 5.401e+43 10.78 10.78 7.594e+35 1.09e-06  4443 
diHPCARP_Ic.mtptmtppd 2.550e+44 11.71 11.71 7.578e+35 1.08e-06  4444 
diHPCARP_Ic.ptpppttmd 2.794e+44 11.78 11.78 7.271e+35 1.04e-06  4445 
diHPCARP_Ic.tmpmptppd 1.160e+44 11.32 11.32 6.602e+35 9.44e-07  4446 
diHPCARP_Ic.tmpmptpmd 3.284e+43 10.57 10.57 6.596e+35 9.43e-07  4447 
diHPCARP_Ic.ptppmppmd 2.079e+43 10.29 10.29 6.594e+35 9.43e-07  4448 
diHPCARP_Ic.mmmmpppmd 5.047e+43 10.83 10.83 6.470e+35 9.25e-07  4449 
diHPCARP_Ic.mmppmttmd 2.342e+44 11.76 11.76 6.389e+35 9.14e-07  4450 
diHPCARP_Ic.mttmpmppd 1.972e+44 11.68 11.68 6.158e+35 8.81e-07  4451 
diHPCARP_Ic.mmmtmtpmd 5.196e+43 10.89 10.89 6.094e+35 8.71e-07  4452 
diHPCARP_Ic.pmmpmtppd 1.683e+44 11.59 11.59 6.022e+35 8.61e-07  4453 
diHPCARP_Ic.mtttpmmmd 2.065e+44 11.72 11.72 5.965e+35 8.53e-07  4454 
diHPCARP_Ic.mtmmmmtmd 2.064e+44 11.74 11.74 5.822e+35 8.33e-07  4455 
diHPCARP_Ic.mtttmmpmd 2.708e+44 11.91 11.91 5.724e+35 8.18e-07  4456 
diHPCARP_Ic.mmttpptmd 3.376e+44 12.05 12.05 5.646e+35 8.07e-07  4457 
diHPCARP_Ic.ttttppmpd 8.200e+43 11.21 11.21 5.602e+35 8.01e-07  4458 
diHPCARP_Ic.tmptmppmd 1.999e+44 11.75 11.75 5.532e+35 7.91e-07  4459 
diHPCARP_Ic.tppmppmmd 1.014e+44 11.35 11.35 5.462e+35 7.81e-07  4460 
diHPCARP_Ic.mpmtmpppd 9.534e+43 11.32 11.32 5.420e+35 7.75e-07  4461 
diHPCARP_Ic.mtppmmtmd 1.155e+44 11.43 11.43 5.413e+35 7.74e-07  4462 
diHPCARP_Ic.tmppmmpmd 4.072e+43 10.82 10.82 5.343e+35 7.64e-07  4463 
diHPCARP_Ic.mpmmmmppd 9.264e+43 11.33 11.33 5.196e+35 7.43e-07  4464 
diHPCARP_Ic.mtttmppmd 2.716e+44 11.97 11.97 5.150e+35 7.36e-07  4465 
diHPCARP_Ic.tmppmpppd 1.160e+44 11.49 11.49 4.966e+35 7.1e-07   4466 
diHPCARP_Ic.ptptptmpd 1.524e+44 11.66 11.66 4.867e+35 6.96e-07  4467 
diHPCARP_Ic.mppmmpmmd 7.487e+43 11.24 11.24 4.836e+35 6.92e-07  4468 
diHPCARP_Ic.mmmmmmmmd 1.613e+44 11.73 11.73 4.619e+35 6.6e-07   4469 
diHPCARP_Ic.mmtppmpmd 1.651e+44 11.76 11.76 4.509e+35 6.45e-07  4470 
diHPCARP_Ic.pmmtmmmmd 1.738e+44 11.79 11.79 4.488e+35 6.42e-07  4471 
diHPCARP_Ic.ptppmpppd 3.327e+43 10.83 10.83 4.323e+35 6.18e-07  4472 
diHPCARP_Ic.mmttmptmd 7.612e+44 12.70 12.70 4.251e+35 6.08e-07  4473 
diHPCARP_Ic.mmmmmmpmd 5.402e+43 11.13 11.13 4.238e+35 6.06e-07  4474 
diHPCARP_Ic.tmmtpptpd 4.667e+44 12.42 12.42 4.207e+35 6.02e-07  4475 
diHPCARP_Ic.mmptmtppd 5.094e+44 12.47 12.47 4.198e+35 6e-07     4476 
diHPCARP_Ic.tpmppptpd 3.759e+44 12.31 12.31 4.045e+35 5.78e-07  4477 
diHPCARP_Ic.pmmtmmpmd 4.386e+43 11.03 11.03 4.019e+35 5.75e-07  4478 
diHPCARP_Ic.mtttpmppd 1.575e+44 11.80 11.80 3.985e+35 5.7e-07   4479 
diHPCARP_Ic.mpmtmttmd 2.490e+44 12.11 12.11 3.762e+35 5.38e-07  4480 
diHPCARP_Ic.pmmpptppd 1.009e+44 11.58 11.58 3.690e+35 5.28e-07  4481 
diHPCARP_Ic.tmttpptmd 2.902e+44 12.25 12.25 3.463e+35 4.95e-07  4482 
diHPCARP_Ic.mtmmppppd 2.382e+44 12.13 12.13 3.450e+35 4.93e-07  4483 
diHPCARP_Ic.tpmmppmmd 1.142e+44 11.70 11.70 3.424e+35 4.9e-07   4484 
diHPCARP_Ic.mtppmtppd 1.797e+44 11.98 11.98 3.383e+35 4.84e-07  4485 
diHPCARP_Ic.mtpmmmmpd 6.171e+43 11.35 11.35 3.340e+35 4.78e-07  4486 
diHPCARP_Ic.pmmpptpmd 8.459e+43 11.56 11.56 3.204e+35 4.58e-07  4487 
diHPCARP_Ic.mmppmtppd 2.779e+44 12.28 12.28 3.162e+35 4.52e-07  4488 
diHPCARP_Ic.pmttmmtmd 2.588e+44 12.24 12.24 3.144e+35 4.5e-07   4489 
diHPCARP_Ic.tmpmmmpmd 1.775e+43 10.66 10.66 3.062e+35 4.38e-07  4490 
diHPCARP_Ic.ptpmmttmd 3.273e+43 11.05 11.05 2.930e+35 4.19e-07  4491 
diHPCARP_Ic.mtptpmmmd 1.347e+44 11.92 11.92 2.794e+35 4e-07     4492 
diHPCARP_Ic.pmmtmmtmd 3.072e+44 12.42 12.42 2.732e+35 3.91e-07  4493 
diHPCARP_Ic.tpmpppmmd 1.399e+44 11.96 11.96 2.708e+35 3.87e-07  4494 
diHPCARP_Ic.mmtmmtpmd 8.723e+43 11.68 11.68 2.694e+35 3.85e-07  4495 
diHPCARP_Ic.mpmmmpmmd 1.217e+44 11.89 11.89 2.639e+35 3.77e-07  4496 
diHPCARP_Ic.tttmpppmd 6.165e+43 11.49 11.49 2.614e+35 3.74e-07  4497 
diHPCARP_Ic.mmpmmpppd 3.126e+44 12.50 12.50 2.453e+35 3.51e-07  4498 
diHPCARP_Ic.mpmtmmppd 1.512e+44 12.07 12.07 2.435e+35 3.48e-07  4499 
diHPCARP_Ic.mttppmtpd 3.409e+44 12.57 12.57 2.375e+35 3.4e-07   4500 
diHPCARP_Ic.pmptpmppd 3.327e+44 12.56 12.56 2.364e+35 3.38e-07  4501 
diHPCARP_Ic.mmmtpppmd 8.344e+43 11.76 11.76 2.262e+35 3.23e-07  4502 
diHPCARP_Ic.mtpmpptpd 1.475e+44 12.12 12.12 2.185e+35 3.12e-07  4503 
diHPCARP_Ic.mpmmmtmmd 1.231e+44 12.03 12.03 2.124e+35 3.04e-07  4504 
diHPCARP_Ic.tttmppmpd 5.877e+43 11.60 11.60 2.098e+35 3e-07     4505 
diHPCARP_Ic.tmmtpptmd 4.351e+44 12.81 12.81 2.014e+35 2.88e-07  4506 
diHPCARP_Ic.tmptpptpd 1.896e+44 12.33 12.33 1.977e+35 2.83e-07  4507 
diHPCARP_Ic.ttptpptmd 7.354e+44 13.14 13.14 1.953e+35 2.79e-07  4508 
diHPCARP_Ic.ptppmmpmd 1.118e+44 12.03 12.03 1.940e+35 2.77e-07  4509 
diHPCARP_Ic.ttpppmtpd 2.562e+43 11.20 11.20 1.768e+35 2.53e-07  4510 
diHPCARP_Ic.mttmmppmd 1.553e+44 12.28 12.28 1.750e+35 2.5e-07   4511 
diHPCARP_Ic.pmmmmpppd 1.004e+44 12.06 12.06 1.650e+35 2.36e-07  4512 
diHPCARP_Ic.mpmtmtmmd 2.710e+44 12.65 12.65 1.644e+35 2.35e-07  4513 
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diHPCARP_Ic.mmpmmmmpd 1.699e+43 11.03 11.03 1.572e+35 2.25e-07  4514 
diHPCARP_Ic.mtmmpmmmd 4.313e+43 11.59 11.59 1.547e+35 2.21e-07  4515 
diHPCARP_Ic.ptptptmmd 9.153e+43 12.04 12.04 1.541e+35 2.2e-07   4516 
diHPCARP_Ic.mtmtmmtmd 1.594e+44 12.46 12.46 1.328e+35 1.9e-07   4517 
diHPCARP_Ic.mpmtmpmmd 1.726e+44 12.51 12.51 1.322e+35 1.89e-07  4518 
diHPCARP_Ic.pttpmppmd 3.944e+43 11.66 11.66 1.272e+35 1.82e-07  4519 
diHPCARP_Ic.ptppmptmd 1.045e+44 12.27 12.27 1.209e+35 1.73e-07  4520 
diHPCARP_Ic.tpmpppppd 8.206e+43 12.16 12.16 1.145e+35 1.64e-07  4521 
diHPCARP_Ic.pmttmmpmd 5.948e+43 11.98 11.98 1.119e+35 1.6e-07   4522 
diHPCARP_Ic.mmmtmmppd 2.958e+44 12.94 12.94 1.109e+35 1.59e-07  4523 
diHPCARP_Ic.mmmtppppd 2.151e+44 12.78 12.78 1.048e+35 1.5e-07   4524 
diHPCARP_Ic.mmttpmpmd 3.529e+44 13.12 13.12 9.730e+34 1.39e-07  4525 
diHPCARP_Ic.mtttpmtpd 4.376e+44 13.30 13.30 9.031e+34 1.29e-07  4526 
diHPCARP_Ic.pmptmmmmd 7.888e+43 12.28 12.28 8.892e+34 1.27e-07  4527 
diHPCARP_Ic.mtptpptpd 1.415e+44 12.65 12.65 8.679e+34 1.24e-07  4528 
diHPCARP_Ic.mmmtmppmd 7.883e+43 12.30 12.30 8.669e+34 1.24e-07  4529 
diHPCARP_Ic.pttpmmpmd 1.496e+44 12.68 12.68 8.610e+34 1.23e-07  4530 
diHPCARP_Ic.mmtpmmpmd 9.849e+43 12.44 12.44 8.526e+34 1.22e-07  4531 
diHPCARP_Ic.pmtmmmpmd 3.631e+43 11.87 11.87 8.151e+34 1.17e-07  4532 
diHPCARP_Ic.ptppptmpd 3.341e+43 11.87 11.87 7.579e+34 1.08e-07  4533 
diHPCARP_Ic.mtttpptpd 2.421e+44 13.08 13.08 7.124e+34 1.02e-07  4534 
diHPCARP_Ic.mmmpmmmmd 8.121e+43 12.45 12.45 6.901e+34 9.87e-08  4535 
diHPCARP_Ic.mmmtmmmmd 4.770e+44 13.51 13.51 6.832e+34 9.77e-08  4536 
diHPCARP_Ic.ttpmpptmd 1.401e+44 12.79 12.79 6.787e+34 9.7e-08   4537 
diHPCARP_Ic.mttpmmtmd 8.651e+44 13.92 13.92 6.271e+34 8.97e-08  4538 
diHPCARP_Ic.mmpppppmd 1.723e+43 11.59 11.59 6.221e+34 8.9e-08   4539 
diHPCARP_Ic.pmpppmppd 8.846e+43 12.57 12.57 6.139e+34 8.78e-08  4540 
diHPCARP_Ic.ptptmmmmd 4.577e+43 12.21 12.21 5.815e+34 8.32e-08  4541 
diHPCARP_Ic.mmptmptpd 3.630e+44 13.50 13.50 5.315e+34 7.6e-08   4542 
diHPCARP_Ic.pmptmmmpd 6.894e+43 12.51 12.51 5.298e+34 7.58e-08  4543 
diHPCARP_Ic.tttmpmmmd 2.666e+43 11.95 11.95 5.279e+34 7.55e-08  4544 
diHPCARP_Ic.mtmtpmppd 1.765e+44 13.07 13.07 5.277e+34 7.55e-08  4545 
diHPCARP_Ic.mtpmmmmmd 4.034e+43 12.24 12.24 4.899e+34 7.01e-08  4546 
diHPCARP_Ic.mmptpppmd 5.868e+43 12.49 12.49 4.640e+34 6.63e-08  4547 
diHPCARP_Ic.pmmtmmppd 2.050e+44 13.25 13.25 4.586e+34 6.56e-08  4548 
diHPCARP_Ic.ttmmpptmd 1.451e+44 13.11 13.11 4.057e+34 5.8e-08   4549 
diHPCARP_Ic.ptttmppmd 7.035e+43 12.72 12.72 3.839e+34 5.49e-08  4550 
diHPCARP_Ic.mmtmpppmd 1.251e+44 13.12 13.12 3.492e+34 4.99e-08  4551 
diHPCARP_Ic.mtmtpmmmd 1.085e+44 13.05 13.05 3.372e+34 4.82e-08  4552 
diHPCARP_Ic.mmpmmtmmd 5.020e+43 12.62 12.62 3.235e+34 4.63e-08  4553 
diHPCARP_Ic.pmppmmmpd 2.513e+43 12.27 12.27 2.894e+34 4.14e-08  4554 
diHPCARP_Ic.tpmppppmd 1.031e+44 13.12 13.12 2.843e+34 4.07e-08  4555 
diHPCARP_Ic.mtmtpptpd 2.415e+44 13.70 13.70 2.540e+34 3.63e-08  4556 
diHPCARP_Ic.tmptppppd 8.382e+44 14.52 14.52 2.208e+34 3.16e-08  4557 
diHPCARP_Ic.mmptmpmmd 2.054e+44 13.72 13.72 2.094e+34 2.99e-08  4558 
diHPCARP_Ic.ttpppptmd 9.539e+43 13.27 13.27 2.044e+34 2.92e-08  4559 
diHPCARP_Ic.mttpmmppd 6.511e+44 14.55 14.55 1.632e+34 2.33e-08  4560 
diHPCARP_Ic.ptttmmpmd 2.209e+44 13.94 13.94 1.552e+34 2.22e-08  4561 
diHPCARP_Ic.tmmmpppmd 5.093e+43 13.08 13.08 1.515e+34 2.17e-08  4562 
diHPCARP_Ic.pmppmmppd 1.117e+44 13.63 13.63 1.318e+34 1.88e-08  4563 
diHPCARP_Ic.mmttmmpmd 1.623e+44 13.89 13.89 1.242e+34 1.78e-08  4564 
diHPCARP_Ic.tmptppmpd 1.237e+44 13.73 13.73 1.228e+34 1.76e-08  4565 
diHPCARP_Ic.ttmtpptmd 1.382e+44 13.80 13.80 1.228e+34 1.76e-08  4566 
diHPCARP_Ic.pttmmppmd 3.663e+43 13.04 13.04 1.162e+34 1.66e-08  4567 
diHPCARP_Ic.mmpmpmpmd 5.367e+43 13.28 13.28 1.143e+34 1.63e-08  4568 
diHPCARP_Ic.mtmmmmppd 5.888e+44 14.73 14.73 1.095e+34 1.57e-08  4569 
diHPCARP_Ic.mtttmmppd 1.530e+45 15.35 15.35 1.009e+34 1.44e-08  4570 
diHPCARP_Ic.tttpppmmd 7.550e+43 13.77 13.77 6.989e+33 9.99e-09  4571 
diHPCARP_Ic.mttmmmppd 1.068e+45 15.41 15.41 6.380e+33 9.12e-09  4572 
diHPCARP_Ic.mmtmmmpmd 1.151e+44 14.15 14.15 5.674e+33 8.11e-09  4573 
diHPCARP_Ic.mtmtmmppd 8.044e+43 14.01 14.01 5.034e+33 7.2e-09   4574 
diHPCARP_Ic.tmmtpppmd 8.970e+43 14.14 14.14 4.507e+33 6.45e-09  4575 
diHPCARP_Ic.tttppptmd 4.577e+44 15.42 15.42 2.665e+33 3.81e-09  4576 
diHPCARP_Ic.mttmmmtmd 4.344e+44 15.40 15.40 2.612e+33 3.73e-09  4577 
diHPCARP_Ic.mmptmmpmd 1.652e+44 15.00 15.00 1.951e+33 2.79e-09  4578 
diHPCARP_Ic.tttppmppd 5.099e+44 15.79 15.79 1.615e+33 2.31e-09  4579 
diHPCARP_Ic.tttppmtpd 1.342e+44 15.01 15.01 1.554e+33 2.22e-09  4580 
diHPCARP_Ic.ttttppmmd 1.295e+44 15.01 15.01 1.499e+33 2.14e-09  4581 
diHPCARP_Ic.mmptmpppd 9.639e+44 16.26 16.26 1.373e+33 1.96e-09  4582 
diHPCARP_Ic.mmppmpppd 3.712e+44 15.74 15.74 1.264e+33 1.81e-09  4583 
diHPCARP_Ic.mmpmmmpmd 1.526e+43 14.04 14.04 8.988e+32 1.29e-09  4584 
diHPCARP_Ic.ttpmpmmmd 4.075e+43 14.66 14.66 8.594e+32 1.23e-09  4585 
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diHPCARP_Ic.ttttpmppd 8.109e+44 16.77 16.77 4.895e+32 7e-10     4586 
diHPCARP_Ic.mmpmpmppd 8.509e+43 15.44 15.44 4.830e+32 6.91e-10  4587 
diHPCARP_Ic.ttttpmtpd 1.499e+44 15.78 15.78 4.787e+32 6.84e-10  4588 
diHPCARP_Ic.mmppmmpmd 4.276e+43 15.04 15.04 4.740e+32 6.78e-10  4589 
diHPCARP_Ic.tttmpmppd 7.274e+44 16.83 16.83 4.011e+32 5.73e-10  4590 
diHPCARP_Ic.ttmmpmppd 1.692e+44 16.06 16.06 3.363e+32 4.81e-10  4591 
diHPCARP_Ic.mmpmmmtpd 1.167e+44 15.88 15.88 3.129e+32 4.47e-10  4592 
diHPCARP_Ic.tttmpptmd 2.886e+44 17.08 17.08 1.042e+32 1.49e-10  4593 
diHPCARP_Ic.mmpmmmmmd 1.528e+44 18.46 18.46 5.491e+30 7.85e-12  4594 
Total                                       6.993e+43 100       4595 
 4596 
 4597 
 4598 
1,4-aldehyde-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 4599 
====================================================================================== 4600 
 4601 
Population analysis at 300K. Vibrational scaling: 0.971.  4602 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 4603 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 4604 
%: contribution to the population (with current data set assumed 100%) 4605 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         4606 
--------------------------------------------------------------------------- 4607 
TS.diHPCARP_I.14aldHshift.mmtmmpd 1.116e+43 0.00  0.00  1.116e+43 25.2      4608 
TS.diHPCARP_I.14aldHshift.mmmmmpd 2.025e+43 0.51  0.51  8.586e+42 19.4      4609 
TS.diHPCARP_I.14aldHshift.tmpmmmd 2.587e+43 1.33  1.33  2.763e+42 6.24      4610 
TS.diHPCARP_I.14aldHshift.ttpppmd 3.318e+42 0.40  0.40  1.705e+42 3.85      4611 
TS.diHPCARP_I.14aldHshift.mmmppmd 1.128e+43 1.16  1.16  1.623e+42 3.66      4612 
TS.diHPCARP_I.14aldHshift.mmmtmmd 2.174e+43 1.59  1.59  1.499e+42 3.39      4613 
TS.diHPCARP_I.14aldHshift.pmpmmpd 5.390e+42 0.79  0.79  1.443e+42 3.26      4614 
TS.diHPCARP_I.14aldHshift.mtpmmpd 3.129e+43 1.92  1.92  1.252e+42 2.83      4615 
TS.diHPCARP_I.14aldHshift.tpmmmmd 4.407e+43 2.19  2.19  1.127e+42 2.54      4616 
TS.diHPCARP_I.14aldHshift.mtpppmd 7.320e+42 1.17  1.17  1.028e+42 2.32      4617 
TS.diHPCARP_I.14aldHshift.mtmmmpd 3.414e+43 2.20  2.20  8.507e+41 1.92      4618 
TS.diHPCARP_I.14aldHshift.mpmppmd 4.388e+42 0.99  0.99  8.353e+41 1.89      4619 
TS.diHPCARP_I.14aldHshift.mppmmpd 2.008e+43 1.91  1.91  8.158e+41 1.84      4620 
TS.diHPCARP_I.14aldHshift.ppmmmpd 1.151e+43 1.67  1.67  6.952e+41 1.57      4621 
TS.diHPCARP_I.14aldHshift.mtptpmd 2.076e+43 2.09  2.09  6.229e+41 1.41      4622 
TS.diHPCARP_I.14aldHshift.mmmmtmd 1.554e+43 2.10  2.10  4.561e+41 1.03      4623 
TS.diHPCARP_I.14aldHshift.mtttppd 4.787e+43 2.91  2.91  3.637e+41 0.821     4624 
TS.diHPCARP_I.14aldHshift.tpmppmd 1.088e+43 2.04  2.04  3.582e+41 0.809     4625 
TS.diHPCARP_I.14aldHshift.tmptmpd 1.552e+43 2.25  2.25  3.559e+41 0.804     4626 
TS.diHPCARP_I.14aldHshift.mtttmmd 5.371e+43 2.99  2.99  3.540e+41 0.799     4627 
TS.diHPCARP_I.14aldHshift.mmmtppd 5.939e+43 3.10  3.10  3.296e+41 0.744     4628 
TS.diHPCARP_I.14aldHshift.pmmtmpd 2.229e+43 2.63  2.63  2.685e+41 0.606     4629 
TS.diHPCARP_I.14aldHshift.tmptptd 3.363e+43 2.90  2.90  2.581e+41 0.583     4630 
TS.diHPCARP_I.14aldHshift.mmpppmd 6.547e+42 1.93  1.93  2.552e+41 0.576     4631 
TS.diHPCARP_I.14aldHshift.mmtmtmd 1.621e+43 2.48  2.48  2.531e+41 0.572     4632 
TS.diHPCARP_I.14aldHshift.tmptppd 4.433e+43 3.08  3.08  2.519e+41 0.569     4633 
TS.diHPCARP_I.14aldHshift.tmmppmd 3.655e+42 1.61  1.61  2.469e+41 0.558     4634 
TS.diHPCARP_I.14aldHshift.mmtpmpd 6.095e+42 1.96  1.96  2.278e+41 0.514     4635 
TS.diHPCARP_I.14aldHshift.pttppmd 1.651e+43 2.60  2.60  2.108e+41 0.476     4636 
TS.diHPCARP_I.14aldHshift.tmmtmpd 7.987e+42 2.18  2.18  2.077e+41 0.469     4637 
TS.diHPCARP_I.14aldHshift.mtmmmmd 8.116e+43 3.67  3.67  1.718e+41 0.388     4638 
TS.diHPCARP_I.14aldHshift.ptppppd 3.526e+43 3.21  3.21  1.608e+41 0.363     4639 
TS.diHPCARP_I.14aldHshift.mmtmppd 2.205e+43 3.00  3.00  1.442e+41 0.326     4640 
TS.diHPCARP_I.14aldHshift.ttmppmd 1.595e+43 2.87  2.87  1.289e+41 0.291     4641 
TS.diHPCARP_I.14aldHshift.tptppmd 5.482e+42 2.36  2.36  1.051e+41 0.237     4642 
TS.diHPCARP_I.14aldHshift.mmtmpmd 1.835e+43 3.09  3.09  1.031e+41 0.233     4643 
TS.diHPCARP_I.14aldHshift.mmmmppd 2.303e+43 3.24  3.24  1.005e+41 0.227     4644 
TS.diHPCARP_I.14aldHshift.mtppmpd 1.769e+43 3.09  3.09  9.872e+40 0.223     4645 
TS.diHPCARP_I.14aldHshift.tmmtpmd 9.432e+42 2.80  2.80  8.675e+40 0.196     4646 
TS.diHPCARP_I.14aldHshift.tmpmtmd 7.260e+42 2.67  2.67  8.306e+40 0.188     4647 
TS.diHPCARP_I.14aldHshift.mmttppd 1.040e+44 4.27  4.27  8.084e+40 0.183     4648 
TS.diHPCARP_I.14aldHshift.ppmtmpd 4.331e+43 3.75  3.75  7.998e+40 0.181     4649 
TS.diHPCARP_I.14aldHshift.ppmmpmd 1.500e+43 3.14  3.14  7.748e+40 0.175     4650 
TS.diHPCARP_I.14aldHshift.tptmppd 2.257e+44 4.76  4.76  7.747e+40 0.175     4651 
TS.diHPCARP_I.14aldHshift.mmttmpd 2.649e+43 3.54  3.54  6.955e+40 0.157     4652 
TS.diHPCARP_I.14aldHshift.pmpppmd 6.307e+42 2.70  2.70  6.811e+40 0.154     4653 
TS.diHPCARP_I.14aldHshift.mppmtmd 2.072e+43 3.47  3.47  6.110e+40 0.138     4654 
TS.diHPCARP_I.14aldHshift.mmmmpmd 3.894e+43 3.86  3.86  5.974e+40 0.135     4655 
TS.diHPCARP_I.14aldHshift.pmmmpmd 1.846e+44 4.79  4.79  5.944e+40 0.134     4656 
TS.diHPCARP_I.14aldHshift.pmmtmmd 2.731e+43 3.66  3.66  5.847e+40 0.132     4657 
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TS.diHPCARP_I.14aldHshift.mpptppd 1.099e+44 4.50  4.50  5.763e+40 0.13      4658 
TS.diHPCARP_I.14aldHshift.ptptpmd 2.101e+43 3.53  3.53  5.636e+40 0.127     4659 
TS.diHPCARP_I.14aldHshift.mmmttpd 2.467e+44 5.01  5.01  5.546e+40 0.125     4660 
TS.diHPCARP_I.14aldHshift.tmptpmd 2.347e+43 3.61  3.61  5.519e+40 0.125     4661 
TS.diHPCARP_I.14aldHshift.ppmppmd 2.622e+43 3.70  3.70  5.305e+40 0.12      4662 
TS.diHPCARP_I.14aldHshift.ptmmmpd 5.417e+43 4.16  4.16  5.077e+40 0.115     4663 
TS.diHPCARP_I.14aldHshift.mmttpmd 3.127e+43 3.87  3.87  4.771e+40 0.108     4664 
TS.diHPCARP_I.14aldHshift.mmtmtpd 6.058e+43 4.28  4.28  4.586e+40 0.104     4665 
TS.diHPCARP_I.14aldHshift.ptttmmd 4.548e+43 4.12  4.12  4.518e+40 0.102     4666 
TS.diHPCARP_I.14aldHshift.pmmtpmd 1.914e+43 3.63  3.63  4.333e+40 0.0979    4667 
TS.diHPCARP_I.14aldHshift.ptmtpmd 9.051e+43 4.56  4.56  4.318e+40 0.0975    4668 
TS.diHPCARP_I.14aldHshift.mpmpmpd 7.987e+42 3.14  3.14  4.153e+40 0.0938    4669 
TS.diHPCARP_I.14aldHshift.tmpmppd 2.215e+43 3.76  3.76  4.023e+40 0.0909    4670 
TS.diHPCARP_I.14aldHshift.tpmmtpd 6.787e+43 4.43  4.43  3.995e+40 0.0902    4671 
TS.diHPCARP_I.14aldHshift.tmppptd 1.211e+43 3.41  3.41  3.940e+40 0.089     4672 
TS.diHPCARP_I.14aldHshift.tmtppmd 1.198e+43 3.42  3.42  3.874e+40 0.0875    4673 
TS.diHPCARP_I.14aldHshift.ptpmmpd 1.080e+44 4.73  4.73  3.853e+40 0.087     4674 
TS.diHPCARP_I.14aldHshift.ptmppmd 4.889e+43 4.27  4.27  3.804e+40 0.0859    4675 
TS.diHPCARP_I.14aldHshift.mtpmtmd 3.804e+43 4.14  4.14  3.694e+40 0.0834    4676 
TS.diHPCARP_I.14aldHshift.mttttmd 6.433e+43 4.46  4.46  3.636e+40 0.0821    4677 
TS.diHPCARP_I.14aldHshift.mtpmppd 3.829e+43 4.16  4.16  3.582e+40 0.0809    4678 
TS.diHPCARP_I.14aldHshift.mmmttmd 9.959e+43 4.74  4.74  3.508e+40 0.0792    4679 
TS.diHPCARP_I.14aldHshift.tpppppd 7.418e+42 3.20  3.20  3.487e+40 0.0787    4680 
TS.diHPCARP_I.14aldHshift.pmpmpmd 6.815e+42 3.17  3.17  3.368e+40 0.0761    4681 
TS.diHPCARP_I.14aldHshift.ptmtmpd 7.518e+43 4.60  4.60  3.353e+40 0.0757    4682 
TS.diHPCARP_I.14aldHshift.ttptpmd 1.129e+43 3.47  3.47  3.323e+40 0.0751    4683 
TS.diHPCARP_I.14aldHshift.pptppmd 2.352e+43 3.92  3.92  3.286e+40 0.0742    4684 
TS.diHPCARP_I.14aldHshift.mmmmtpd 8.497e+43 4.71  4.71  3.137e+40 0.0709    4685 
TS.diHPCARP_I.14aldHshift.ttmmmmd 7.693e+43 4.67  4.67  3.059e+40 0.0691    4686 
TS.diHPCARP_I.14aldHshift.ptttppd 5.007e+43 4.41  4.41  3.044e+40 0.0688    4687 
TS.diHPCARP_I.14aldHshift.tmmpmpd 5.065e+42 3.07  3.07  2.937e+40 0.0663    4688 
TS.diHPCARP_I.14aldHshift.mtmmppd 2.713e+43 4.12  4.12  2.725e+40 0.0615    4689 
TS.diHPCARP_I.14aldHshift.pmpmmmd 1.693e+43 3.84  3.84  2.697e+40 0.0609    4690 
TS.diHPCARP_I.14aldHshift.tmpmtpd 4.329e+43 4.41  4.41  2.669e+40 0.0603    4691 
TS.diHPCARP_I.14aldHshift.mttpmpd 2.504e+43 4.12  4.12  2.479e+40 0.056     4692 
TS.diHPCARP_I.14aldHshift.tmmtmmd 1.174e+43 3.69  3.69  2.420e+40 0.0547    4693 
TS.diHPCARP_I.14aldHshift.pmmtppd 3.740e+43 4.39  4.39  2.382e+40 0.0538    4694 
TS.diHPCARP_I.14aldHshift.mmmpppd 1.511e+43 3.86  3.86  2.343e+40 0.0529    4695 
TS.diHPCARP_I.14aldHshift.mtmmtmd 3.554e+43 4.37  4.37  2.340e+40 0.0529    4696 
TS.diHPCARP_I.14aldHshift.pmptmpd 8.448e+42 3.59  3.59  2.066e+40 0.0467    4697 
TS.diHPCARP_I.14aldHshift.tmpttpd 3.540e+43 4.45  4.45  2.039e+40 0.046     4698 
TS.diHPCARP_I.14aldHshift.mtpmpmd 4.182e+43 4.58  4.58  1.931e+40 0.0436    4699 
TS.diHPCARP_I.14aldHshift.tmpppmd 1.001e+43 3.76  3.76  1.815e+40 0.041     4700 
TS.diHPCARP_I.14aldHshift.ptmmpmd 3.295e+43 4.49  4.49  1.758e+40 0.0397    4701 
TS.diHPCARP_I.14aldHshift.tptpmmd 1.080e+43 3.83  3.83  1.746e+40 0.0394    4702 
TS.diHPCARP_I.14aldHshift.mtmmpmd 4.400e+43 4.67  4.67  1.740e+40 0.0393    4703 
TS.diHPCARP_I.14aldHshift.ttppmpd 6.595e+42 3.60  3.60  1.580e+40 0.0357    4704 
TS.diHPCARP_I.14aldHshift.ttmtpmd 2.203e+43 4.34  4.34  1.507e+40 0.034     4705 
TS.diHPCARP_I.14aldHshift.mtmtmpd 5.888e+43 4.98  4.98  1.384e+40 0.0313    4706 
TS.diHPCARP_I.14aldHshift.tmptmmd 2.760e+43 4.56  4.56  1.313e+40 0.0297    4707 
TS.diHPCARP_I.14aldHshift.mtmtpmd 3.051e+43 4.63  4.63  1.283e+40 0.029     4708 
TS.diHPCARP_I.14aldHshift.pppmmpd 1.947e+43 4.38  4.38  1.245e+40 0.0281    4709 
TS.diHPCARP_I.14aldHshift.mttttpd 6.086e+43 5.11  5.11  1.154e+40 0.0261    4710 
TS.diHPCARP_I.14aldHshift.tpmmppd 2.492e+43 4.61  4.61  1.094e+40 0.0247    4711 
TS.diHPCARP_I.14aldHshift.tttpmmd 3.772e+43 4.92  4.92  9.907e+39 0.0224    4712 
TS.diHPCARP_I.14aldHshift.tpmttpd 8.798e+43 5.43  5.43  9.682e+39 0.0219    4713 
TS.diHPCARP_I.14aldHshift.tpmmtmd 1.279e+43 4.33  4.33  9.032e+39 0.0204    4714 
TS.diHPCARP_I.14aldHshift.ppmtppd 7.699e+43 5.40  5.40  8.922e+39 0.0202    4715 
TS.diHPCARP_I.14aldHshift.mmtttpd 1.220e+44 5.70  5.70  8.550e+39 0.0193    4716 
TS.diHPCARP_I.14aldHshift.ttmtmpd 3.978e+43 5.09  5.09  7.803e+39 0.0176    4717 
TS.diHPCARP_I.14aldHshift.ppptmpd 2.107e+43 4.72  4.72  7.625e+39 0.0172    4718 
TS.diHPCARP_I.14aldHshift.ppmpppd 3.114e+43 4.96  4.96  7.572e+39 0.0171    4719 
TS.diHPCARP_I.14aldHshift.ppptpmd 1.242e+44 5.80  5.80  7.438e+39 0.0168    4720 
TS.diHPCARP_I.14aldHshift.ptpmpmd 3.918e+43 5.15  5.15  6.976e+39 0.0158    4721 
TS.diHPCARP_I.14aldHshift.ttttppd 2.970e+43 4.99  4.99  6.858e+39 0.0155    4722 
TS.diHPCARP_I.14aldHshift.mpmtmpd 5.016e+43 5.31  5.31  6.764e+39 0.0153    4723 
TS.diHPCARP_I.14aldHshift.pmmpppd 3.754e+43 5.20  5.20  6.069e+39 0.0137    4724 
TS.diHPCARP_I.14aldHshift.ppptppd 6.208e+43 5.52  5.52  5.921e+39 0.0134    4725 
TS.diHPCARP_I.14aldHshift.mtppppd 3.067e+43 5.13  5.13  5.643e+39 0.0127    4726 
TS.diHPCARP_I.14aldHshift.ttptmmd 3.035e+43 5.13  5.13  5.539e+39 0.0125    4727 
TS.diHPCARP_I.14aldHshift.ppppmpd 1.922e+43 4.86  4.86  5.515e+39 0.0125    4728 
TS.diHPCARP_I.14aldHshift.mtpmtpd 1.262e+44 5.99  5.99  5.438e+39 0.0123    4729 
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TS.diHPCARP_I.14aldHshift.tmmtppd 2.384e+43 5.00  5.00  5.421e+39 0.0122    4730 
TS.diHPCARP_I.14aldHshift.tmpttmd 3.867e+43 5.30  5.30  5.312e+39 0.012     4731 
TS.diHPCARP_I.14aldHshift.pttttmd 7.718e+43 5.72  5.72  5.293e+39 0.012     4732 
TS.diHPCARP_I.14aldHshift.mmtptmd 2.683e+43 5.14  5.14  4.845e+39 0.0109    4733 
TS.diHPCARP_I.14aldHshift.mmttmmd 1.395e+44 6.16  6.16  4.556e+39 0.0103    4734 
TS.diHPCARP_I.14aldHshift.ppttmpd 4.487e+43 5.48  5.48  4.546e+39 0.0103    4735 
TS.diHPCARP_I.14aldHshift.mpmmpmd 6.677e+43 5.73  5.73  4.497e+39 0.0102    4736 
TS.diHPCARP_I.14aldHshift.tpmtmmd 5.957e+43 5.66  5.66  4.456e+39 0.0101    4737 
TS.diHPCARP_I.14aldHshift.pmmttmd 5.599e+43 5.64  5.64  4.384e+39 0.0099    4738 
TS.diHPCARP_I.14aldHshift.pmpmtpd 2.889e+43 5.27  5.27  4.163e+39 0.0094    4739 
TS.diHPCARP_I.14aldHshift.mppmppd 2.245e+43 5.13  5.13  4.086e+39 0.00923   4740 
TS.diHPCARP_I.14aldHshift.pmptppd 2.394e+43 5.19  5.19  3.978e+39 0.00898   4741 
TS.diHPCARP_I.14aldHshift.tptpmpd 1.188e+43 4.79  4.79  3.847e+39 0.00869   4742 
TS.diHPCARP_I.14aldHshift.mppttpd 1.196e+44 6.24  6.24  3.433e+39 0.00775   4743 
TS.diHPCARP_I.14aldHshift.mmtttmd 1.557e+44 6.40  6.40  3.366e+39 0.0076    4744 
TS.diHPCARP_I.14aldHshift.ppmptpd 1.772e+44 6.51  6.51  3.224e+39 0.00728   4745 
TS.diHPCARP_I.14aldHshift.mppmpmd 4.043e+43 5.63  5.63  3.180e+39 0.00718   4746 
TS.diHPCARP_I.14aldHshift.ppmptmd 9.488e+43 6.17  6.17  3.021e+39 0.00682   4747 
TS.diHPCARP_I.14aldHshift.tmppmpd 9.456e+42 4.84  4.84  2.817e+39 0.00636   4748 
TS.diHPCARP_I.14aldHshift.mppttmd 1.277e+44 6.42  6.42  2.669e+39 0.00603   4749 
TS.diHPCARP_I.14aldHshift.ptmpppd 9.586e+43 6.26  6.26  2.651e+39 0.00599   4750 
TS.diHPCARP_I.14aldHshift.mtmmtpd 9.731e+43 6.28  6.28  2.583e+39 0.00583   4751 
TS.diHPCARP_I.14aldHshift.mpptmpd 3.439e+43 5.66  5.66  2.570e+39 0.0058    4752 
TS.diHPCARP_I.14aldHshift.mpmmppd 2.231e+43 5.43  5.43  2.487e+39 0.00562   4753 
TS.diHPCARP_I.14aldHshift.ttpmtpd 3.232e+44 7.04  7.04  2.399e+39 0.00542   4754 
TS.diHPCARP_I.14aldHshift.tptptmd 3.956e+43 5.79  5.79  2.394e+39 0.00541   4755 
TS.diHPCARP_I.14aldHshift.ttmmtpd 1.091e+44 6.41  6.41  2.352e+39 0.00531   4756 
TS.diHPCARP_I.14aldHshift.ptpptpd 6.673e+43 6.13  6.13  2.274e+39 0.00514   4757 
TS.diHPCARP_I.14aldHshift.ppppppd 3.412e+43 5.74  5.74  2.233e+39 0.00504   4758 
TS.diHPCARP_I.14aldHshift.mmppmmd 6.643e+42 4.83  4.83  2.018e+39 0.00456   4759 
TS.diHPCARP_I.14aldHshift.ppmmmmd 3.190e+43 5.80  5.80  1.895e+39 0.00428   4760 
TS.diHPCARP_I.14aldHshift.mppmtpd 8.377e+43 6.39  6.39  1.864e+39 0.00421   4761 
TS.diHPCARP_I.14aldHshift.mpmmtpd 9.848e+43 6.49  6.49  1.834e+39 0.00414   4762 
TS.diHPCARP_I.14aldHshift.pmmptpd 1.536e+44 6.77  6.77  1.801e+39 0.00407   4763 
TS.diHPCARP_I.14aldHshift.pptpppd 4.483e+43 6.04  6.04  1.786e+39 0.00403   4764 
TS.diHPCARP_I.14aldHshift.tppmmmd 1.212e+44 6.63  6.63  1.780e+39 0.00402   4765 
TS.diHPCARP_I.14aldHshift.mmmptmd 3.456e+43 5.89  5.89  1.771e+39 0.004     4766 
TS.diHPCARP_I.14aldHshift.ppmttpd 1.028e+44 6.54  6.54  1.762e+39 0.00398   4767 
TS.diHPCARP_I.14aldHshift.ppptmmd 1.306e+44 6.69  6.69  1.736e+39 0.00392   4768 
TS.diHPCARP_I.14aldHshift.pptpptd 4.386e+43 6.05  6.05  1.731e+39 0.00391   4769 
TS.diHPCARP_I.14aldHshift.ptmptmd 2.003e+44 7.05  7.05  1.469e+39 0.00332   4770 
TS.diHPCARP_I.14aldHshift.pttttpd 8.666e+43 6.56  6.56  1.446e+39 0.00327   4771 
TS.diHPCARP_I.14aldHshift.pmpmppd 3.697e+43 6.06  6.06  1.418e+39 0.0032    4772 
TS.diHPCARP_I.14aldHshift.ttmmtmd 1.163e+44 6.77  6.77  1.359e+39 0.00307   4773 
TS.diHPCARP_I.14aldHshift.mtmtppd 1.425e+44 6.94  6.94  1.249e+39 0.00282   4774 
TS.diHPCARP_I.14aldHshift.ppmtpmd 5.027e+43 6.34  6.34  1.219e+39 0.00275   4775 
TS.diHPCARP_I.14aldHshift.pptmmpd 1.965e+43 5.79  5.79  1.188e+39 0.00268   4776 
TS.diHPCARP_I.14aldHshift.ppmpmmd 6.291e+43 6.49  6.49  1.169e+39 0.00264   4777 
TS.diHPCARP_I.14aldHshift.mpmptmd 2.118e+43 5.93  5.93  1.010e+39 0.00228   4778 
TS.diHPCARP_I.14aldHshift.pppmpmd 2.970e+43 6.15  6.15  9.880e+38 0.00223   4779 
TS.diHPCARP_I.14aldHshift.ppttpmd 2.979e+43 6.15  6.15  9.808e+38 0.00222   4780 
TS.diHPCARP_I.14aldHshift.ppmttmd 1.055e+44 6.91  6.91  9.801e+38 0.00221   4781 
TS.diHPCARP_I.14aldHshift.pmptpmd 1.027e+44 6.90  6.90  9.622e+38 0.00217   4782 
TS.diHPCARP_I.14aldHshift.tmmttmd 4.569e+43 6.42  6.42  9.594e+38 0.00217   4783 
TS.diHPCARP_I.14aldHshift.tpmpppd 2.142e+43 5.97  5.97  9.591e+38 0.00217   4784 
TS.diHPCARP_I.14aldHshift.ptpptmd 1.292e+44 7.05  7.05  9.437e+38 0.00213   4785 
TS.diHPCARP_I.14aldHshift.tpptppd 1.901e+44 7.30  7.30  9.210e+38 0.00208   4786 
TS.diHPCARP_I.14aldHshift.pmpttpd 3.434e+43 6.28  6.28  9.133e+38 0.00206   4787 
TS.diHPCARP_I.14aldHshift.pptpttd 1.832e+44 7.29  7.29  8.919e+38 0.00201   4788 
TS.diHPCARP_I.14aldHshift.ptmptpd 1.490e+44 7.18  7.18  8.759e+38 0.00198   4789 
TS.diHPCARP_I.14aldHshift.tttttmd 4.907e+43 6.53  6.53  8.627e+38 0.00195   4790 
TS.diHPCARP_I.14aldHshift.mtpptpd 4.854e+43 6.54  6.54  8.380e+38 0.00189   4791 
TS.diHPCARP_I.14aldHshift.ttpptmd 1.893e+44 7.36  7.36  8.162e+38 0.00184   4792 
TS.diHPCARP_I.14aldHshift.tpptpmd 2.467e+44 7.52  7.52  8.151e+38 0.00184   4793 
TS.diHPCARP_I.14aldHshift.ttmptmd 8.952e+43 6.92  6.92  8.144e+38 0.00184   4794 
TS.diHPCARP_I.14aldHshift.ttpmtmd 2.177e+44 7.45  7.45  8.112e+38 0.00183   4795 
TS.diHPCARP_I.14aldHshift.mmtpppd 1.084e+43 5.67  5.67  7.988e+38 0.0018    4796 
TS.diHPCARP_I.14aldHshift.ptmpmmd 8.170e+43 6.89  6.89  7.752e+38 0.00175   4797 
TS.diHPCARP_I.14aldHshift.ptppmmd 1.371e+43 5.84  5.84  7.588e+38 0.00171   4798 
TS.diHPCARP_I.14aldHshift.ppmtmmd 8.310e+43 6.92  6.92  7.504e+38 0.00169   4799 
TS.diHPCARP_I.14aldHshift.pppmptd 2.577e+43 6.23  6.23  7.503e+38 0.00169   4800 
TS.diHPCARP_I.14aldHshift.ppmmtpd 8.918e+43 6.98  6.98  7.277e+38 0.00164   4801 
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TS.diHPCARP_I.14aldHshift.pptptmd 6.560e+43 6.82  6.82  7.038e+38 0.00159   4802 
TS.diHPCARP_I.14aldHshift.pppttpd 8.392e+43 6.97  6.97  7.025e+38 0.00159   4803 
TS.diHPCARP_I.14aldHshift.pmmpmpd 2.232e+43 6.19  6.19  6.920e+38 0.00156   4804 
TS.diHPCARP_I.14aldHshift.pmmttpd 6.725e+43 6.86  6.86  6.744e+38 0.00152   4805 
TS.diHPCARP_I.14aldHshift.mmtppmd 2.145e+43 6.24  6.24  6.149e+38 0.00139   4806 
TS.diHPCARP_I.14aldHshift.pptmmmd 9.129e+43 7.12  7.12  5.956e+38 0.00135   4807 
TS.diHPCARP_I.14aldHshift.pppttmd 1.133e+44 7.25  7.25  5.936e+38 0.00134   4808 
TS.diHPCARP_I.14aldHshift.tpttmpd 2.031e+43 6.23  6.23  5.926e+38 0.00134   4809 
TS.diHPCARP_I.14aldHshift.mpmpppd 1.391e+43 6.02  6.02  5.717e+38 0.00129   4810 
TS.diHPCARP_I.14aldHshift.ptmmmmd 3.210e+44 7.90  7.90  5.685e+38 0.00128   4811 
TS.diHPCARP_I.14aldHshift.mmtptpd 1.051e+43 5.89  5.89  5.372e+38 0.00121   4812 
TS.diHPCARP_I.14aldHshift.ppppmmd 7.124e+43 7.18  7.18  4.196e+38 0.000948  4813 
TS.diHPCARP_I.14aldHshift.tttttpd 3.920e+43 6.85  6.85  4.034e+38 0.000911  4814 
TS.diHPCARP_I.14aldHshift.pppmmmd 7.487e+43 7.33  7.33  3.448e+38 0.000779  4815 
TS.diHPCARP_I.14aldHshift.tmtptmd 3.798e+43 6.93  6.93  3.405e+38 0.000769  4816 
TS.diHPCARP_I.14aldHshift.mmmpmmd 3.580e+43 6.91  6.91  3.305e+38 0.000746  4817 
TS.diHPCARP_I.14aldHshift.tptmtpd 4.555e+43 7.14  7.14  2.887e+38 0.000652  4818 
TS.diHPCARP_I.14aldHshift.ptmtppd 1.280e+44 7.80  7.80  2.668e+38 0.000602  4819 
TS.diHPCARP_I.14aldHshift.tmmmtmd 1.149e+43 6.36  6.36  2.654e+38 0.000599  4820 
TS.diHPCARP_I.14aldHshift.ttpptpd 1.342e+44 7.83  7.83  2.648e+38 0.000598  4821 
TS.diHPCARP_I.14aldHshift.tmpptmd 1.148e+44 7.75  7.75  2.592e+38 0.000585  4822 
TS.diHPCARP_I.14aldHshift.tmmptmd 3.195e+43 7.03  7.03  2.399e+38 0.000542  4823 
TS.diHPCARP_I.14aldHshift.tpmptmd 7.305e+43 7.54  7.54  2.348e+38 0.00053   4824 
TS.diHPCARP_I.14aldHshift.tptmtmd 5.076e+43 7.35  7.35  2.231e+38 0.000504  4825 
TS.diHPCARP_I.14aldHshift.ppmmppd 3.810e+43 7.20  7.20  2.181e+38 0.000493  4826 
TS.diHPCARP_I.14aldHshift.pptpmmd 4.415e+43 7.32  7.32  2.055e+38 0.000464  4827 
TS.diHPCARP_I.14aldHshift.mtmttpd 1.932e+44 8.20  8.20  2.052e+38 0.000463  4828 
TS.diHPCARP_I.14aldHshift.pmmptmd 4.206e+43 7.30  7.30  2.036e+38 0.00046   4829 
TS.diHPCARP_I.14aldHshift.tpttpmd 2.182e+43 6.93  6.93  1.940e+38 0.000438  4830 
TS.diHPCARP_I.14aldHshift.mpmpmmd 8.509e+42 6.57  6.57  1.403e+38 0.000317  4831 
TS.diHPCARP_I.14aldHshift.ptmttpd 3.062e+44 8.71  8.71  1.390e+38 0.000314  4832 
TS.diHPCARP_I.14aldHshift.tppmtpd 1.923e+44 8.57  8.57  1.104e+38 0.000249  4833 
TS.diHPCARP_I.14aldHshift.mtppmmd 2.102e+43 7.28  7.28  1.047e+38 0.000236  4834 
TS.diHPCARP_I.14aldHshift.tppttpd 2.363e+44 8.74  8.74  1.011e+38 0.000228  4835 
TS.diHPCARP_I.14aldHshift.pmppmpd 1.765e+43 7.27  7.27  8.911e+37 0.000201  4836 
TS.diHPCARP_I.14aldHshift.tppmtmd 2.181e+44 8.83  8.83  8.025e+37 0.000181  4837 
TS.diHPCARP_I.14aldHshift.mmtpmmd 1.876e+43 7.38  7.38  7.926e+37 0.000179  4838 
TS.diHPCARP_I.14aldHshift.ptmmtpd 5.200e+44 9.44  9.44  6.928e+37 0.000156  4839 
TS.diHPCARP_I.14aldHshift.ptmmtmd 2.155e+44 8.93  8.93  6.769e+37 0.000153  4840 
TS.diHPCARP_I.14aldHshift.mtpptmd 1.498e+44 8.74  8.74  6.405e+37 0.000145  4841 
TS.diHPCARP_I.14aldHshift.pmpptmd 2.161e+44 8.98  8.98  6.242e+37 0.000141  4842 
TS.diHPCARP_I.14aldHshift.tppttmd 3.258e+44 9.28  9.28  5.643e+37 0.000127  4843 
TS.diHPCARP_I.14aldHshift.tmmpmmd 1.804e+43 7.59  7.59  5.339e+37 0.000121  4844 
TS.diHPCARP_I.14aldHshift.tmppppd 2.226e+43 7.75  7.75  5.064e+37 0.000114  4845 
TS.diHPCARP_I.14aldHshift.ptmttmd 2.274e+44 9.15  9.15  4.913e+37 0.000111  4846 
TS.diHPCARP_I.14aldHshift.ttmttpd 2.003e+44 9.16  9.16  4.252e+37 9.6e-05   4847 
TS.diHPCARP_I.14aldHshift.ptmmppd 1.112e+44 8.88  8.88  3.777e+37 8.53e-05  4848 
TS.diHPCARP_I.14aldHshift.ptpmtmd 3.525e+44 9.59  9.59  3.661e+37 8.27e-05  4849 
TS.diHPCARP_I.14aldHshift.pmmmtmd 1.880e+44 9.23  9.23  3.544e+37 8.01e-05  4850 
TS.diHPCARP_I.14aldHshift.pptmtpd 1.360e+44 9.10  9.10  3.204e+37 7.24e-05  4851 
TS.diHPCARP_I.14aldHshift.tptttpd 4.644e+43 8.56  8.56  2.691e+37 6.08e-05  4852 
TS.diHPCARP_I.14aldHshift.ptpmtpd 5.329e+44 10.03 10.03 2.638e+37 5.96e-05  4853 
TS.diHPCARP_I.14aldHshift.pmtpmtd 8.611e+43 9.23  9.23  1.637e+37 3.7e-05   4854 
TS.diHPCARP_I.14aldHshift.pmtpmmd 3.330e+43 9.36  9.36  5.031e+36 1.14e-05  4855 
TS.diHPCARP_I.14aldHshift.pmppppd 5.993e+43 9.91  9.91  3.635e+36 8.21e-06  4856 
TS.diHPCARP_I.14aldHshift.pmppmmd 3.827e+43 10.26 10.26 1.293e+36 2.92e-06  4857 
TS.diHPCARP_I.14aldHshift.pppmppd 1.103e+44 11.03 11.03 1.026e+36 2.32e-06  4858 
Total                                                   4.428e+43 100       4859 
 4860 
 4861 
 4862 
1,5-aldehyde-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 4863 
====================================================================================== 4864 
 4865 
Note: both enantiomers (R,R and S,S) were calculated at the M06-2X/cc-pVDZ level based 4866 
on  4867 
a different template, to check the robustness of the conformer space search. As can be 4868 
seen, 4869 
most conformers are found in both enantiomers, though some higher-energy conformers 4870 
are 4871 
missing in either the R,R or S,S set. The impact on the rate predictions was 4872 
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found to be negligible. At the M06-02X/aug-cc-pVTZ level of theory, only a single set 4873 
of 4874 
enantiomers was calculated. 4875 
Population analysis at 300K. Vibrational scaling: 0.971.  4876 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 4877 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 4878 
%: contribution to the population (with current data set assumed 100%) 4879 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         4880 
----------------------------------------------------------------------------- 4881 
TS.diHPCARP_Ib.15aldHshift.utummudu 6.449e+42 0.00  0.00  6.449e+42 22.8      4882 
TS.diHPCARP_Ib.15aldHshift.dtdppdud 6.449e+42 0.00  0.00  6.449e+42 22.8      4883 
TS.diHPCARP_Ib.15aldHshift.umdmmudu 5.721e+42 0.30  0.30  3.470e+42 12.2      4884 
TS.diHPCARP_Ib.15aldHshift.dpuppdud 5.721e+42 0.30  0.30  3.469e+42 12.2      4885 
TS.diHPCARP_Ib.15aldHshift.dtdmmuud 1.241e+43 1.80  1.80  6.016e+41 2.12      4886 
TS.diHPCARP_Ib.15aldHshift.utuppddu 1.241e+43 1.80  1.80  6.016e+41 2.12      4887 
TS.diHPCARP_Ib.15aldHshift.dpupmuud 6.179e+42 1.46  1.46  5.348e+41 1.89      4888 
TS.diHPCARP_Ib.15aldHshift.umdmpddu 6.179e+42 1.46  1.46  5.348e+41 1.89      4889 
TS.diHPCARP_Ib.15aldHshift.utdmmddu 1.537e+43 2.03  2.03  5.068e+41 1.79      4890 
TS.diHPCARP_Ib.15aldHshift.dtuppuud 1.534e+43 2.03  2.03  5.067e+41 1.79      4891 
TS.diHPCARP_Ib.15aldHshift.upummuud 1.431e+43 2.11  2.11  4.123e+41 1.46      4892 
TS.diHPCARP_Ib.15aldHshift.dmdppddu 1.420e+43 2.12  2.12  4.067e+41 1.44      4893 
TS.diHPCARP_Ib.15aldHshift.dtdppddu 4.576e+42 1.49  1.49  3.732e+41 1.32      4894 
TS.diHPCARP_Ib.15aldHshift.utummuud 4.573e+42 1.49  1.49  3.725e+41 1.31      4895 
TS.diHPCARP_Ib.15aldHshift.umdppddu 1.228e+43 2.48  2.48  1.904e+41 0.672     4896 
TS.diHPCARP_Ib.15aldHshift.dpummuud 1.229e+43 2.49  2.49  1.896e+41 0.669     4897 
TS.diHPCARP_Ib.15aldHshift.ututmudu 1.657e+43 2.70  2.70  1.802e+41 0.636     4898 
TS.diHPCARP_Ib.15aldHshift.dtdtpdud 1.657e+43 2.70  2.70  1.802e+41 0.636     4899 
TS.diHPCARP_Ib.15aldHshift.ututpddu 4.145e+43 3.38  3.38  1.422e+41 0.502     4900 
TS.diHPCARP_Ib.15aldHshift.dtdtmuud 4.145e+43 3.38  3.38  1.419e+41 0.501     4901 
TS.diHPCARP_Ib.15aldHshift.dputpdud 1.531e+43 2.85  2.85  1.292e+41 0.456     4902 
TS.diHPCARP_Ib.15aldHshift.umdtmudu 1.531e+43 2.85  2.85  1.292e+41 0.456     4903 
TS.diHPCARP_Ib.15aldHshift.dpuppddu 1.122e+43 2.78  2.78  1.054e+41 0.372     4904 
TS.diHPCARP_Ib.15aldHshift.umdmmuud 1.122e+43 2.78  2.78  1.054e+41 0.372     4905 
TS.diHPCARP_Ib.15aldHshift.dputmuud 3.453e+43 3.53  3.53  9.338e+40 0.33      4906 
TS.diHPCARP_Ib.15aldHshift.umdtpddu 3.435e+43 3.53  3.53  9.242e+40 0.326     4907 
TS.diHPCARP_Ib.15aldHshift.dtuppdud 8.045e+42 2.75  2.75  7.917e+40 0.279     4908 
TS.diHPCARP_Ib.15aldHshift.dtdmmdud 3.128e+43 3.62  3.62  7.239e+40 0.255     4909 
TS.diHPCARP_Ib.15aldHshift.utuppudu 3.127e+43 3.62  3.62  7.236e+40 0.255     4910 
TS.diHPCARP_Ib.15aldHshift.utuppuud 2.950e+43 3.58  3.58  7.230e+40 0.255     4911 
TS.diHPCARP_Ib.15aldHshift.dtdmmddu 2.949e+43 3.58  3.58  7.230e+40 0.255     4912 
TS.diHPCARP_Ib.15aldHshift.upupmudu 2.868e+43 3.61  3.61  6.777e+40 0.239     4913 
TS.diHPCARP_Ib.15aldHshift.dmdmpdud 2.868e+43 3.61  3.61  6.776e+40 0.239     4914 
TS.diHPCARP_Ib.15aldHshift.updmmuud 1.007e+43 2.99  2.99  6.698e+40 0.236     4915 
TS.diHPCARP_Ib.15aldHshift.dmuppddu 1.007e+43 2.99  2.99  6.696e+40 0.236     4916 
TS.diHPCARP_Ib.15aldHshift.dtupmuud 4.884e+42 2.74  2.74  4.921e+40 0.174     4917 
TS.diHPCARP_Ib.15aldHshift.utdmpddu 4.884e+42 2.74  2.74  4.921e+40 0.174     4918 
TS.diHPCARP_Ib.15aldHshift.utdtpudu 3.094e+43 3.86  3.86  4.743e+40 0.167     4919 
TS.diHPCARP_Ib.15aldHshift.dtutmdud 3.094e+43 3.86  3.86  4.742e+40 0.167     4920 
TS.diHPCARP_Ib.15aldHshift.utumtuud 1.734e+43 3.53  3.53  4.649e+40 0.164     4921 
TS.diHPCARP_Ib.15aldHshift.dtdptddu 1.733e+43 3.53  3.53  4.648e+40 0.164     4922 
TS.diHPCARP_Ib.15aldHshift.dputmdud 3.013e+43 3.92  3.92  4.220e+40 0.149     4923 
TS.diHPCARP_Ib.15aldHshift.umdtpudu 3.012e+43 3.92  3.92  4.219e+40 0.149     4924 
TS.diHPCARP_Ib.15aldHshift.dtdtmdud 3.022e+43 3.99  3.99  3.746e+40 0.132     4925 
TS.diHPCARP_Ib.15aldHshift.ututpudu 3.022e+43 3.99  3.99  3.746e+40 0.132     4926 
TS.diHPCARP_Ib.15aldHshift.upuppuud 1.337e+44 4.97  4.97  3.190e+40 0.113     4927 
TS.diHPCARP_Ib.15aldHshift.dmdmmddu 1.329e+44 4.97  4.97  3.168e+40 0.112     4928 
TS.diHPCARP_Ib.15aldHshift.dpdppddu 1.054e+43 3.51  3.51  2.945e+40 0.104     4929 
TS.diHPCARP_Ib.15aldHshift.umummuud 1.053e+43 3.51  3.51  2.940e+40 0.104     4930 
TS.diHPCARP_Ib.15aldHshift.umummudu 1.404e+43 3.73  3.73  2.685e+40 0.0948    4931 
TS.diHPCARP_Ib.15aldHshift.dpdppdud 1.404e+43 3.73  3.73  2.685e+40 0.0948    4932 
TS.diHPCARP_Ib.15aldHshift.utuptddu 4.602e+43 4.47  4.47  2.546e+40 0.0899    4933 
TS.diHPCARP_Ib.15aldHshift.dtdmtuud 4.601e+43 4.47  4.47  2.546e+40 0.0899    4934 
TS.diHPCARP_Ib.15aldHshift.dtutmuud 2.126e+43 4.03  4.03  2.445e+40 0.0863    4935 
TS.diHPCARP_Ib.15aldHshift.utdtpddu 2.126e+43 4.03  4.03  2.445e+40 0.0863    4936 
TS.diHPCARP_Ib.15aldHshift.dpuptuud 4.780e+42 3.21  3.21  2.191e+40 0.0773    4937 
TS.diHPCARP_Ib.15aldHshift.umdmtddu 4.780e+42 3.21  3.21  2.190e+40 0.0773    4938 
TS.diHPCARP_Ib.15aldHshift.dmdptddu 4.385e+43 4.67  4.67  1.726e+40 0.0609    4939 
TS.diHPCARP_Ib.15aldHshift.upumtuud 4.385e+43 4.67  4.67  1.726e+40 0.0609    4940 
TS.diHPCARP_Ib.15aldHshift.dtdttdud 4.796e+43 4.74  4.74  1.688e+40 0.0596    4941 
TS.diHPCARP_Ib.15aldHshift.ututtudu 4.795e+43 4.74  4.74  1.688e+40 0.0596    4942 
TS.diHPCARP_Ib.15aldHshift.dpummdud 2.353e+43 4.42  4.42  1.421e+40 0.0502    4943 
TS.diHPCARP_Ib.15aldHshift.umdppudu 2.353e+43 4.42  4.42  1.421e+40 0.0502    4944 
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TS.diHPCARP_Ib.15aldHshift.umdtmddu 5.944e+43 5.06  5.06  1.227e+40 0.0433    4945 
TS.diHPCARP_Ib.15aldHshift.dputpuud 5.942e+43 5.06  5.06  1.227e+40 0.0433    4946 
TS.diHPCARP_Ib.15aldHshift.umdttudu 4.455e+43 4.93  4.93  1.148e+40 0.0405    4947 
TS.diHPCARP_Ib.15aldHshift.dputtdud 4.455e+43 4.93  4.93  1.148e+40 0.0405    4948 
TS.diHPCARP_Ib.15aldHshift.dtuppddu 1.093e+43 4.09  4.09  1.139e+40 0.0402    4949 
TS.diHPCARP_Ib.15aldHshift.utdmmuud 1.093e+43 4.09  4.09  1.138e+40 0.0402    4950 
TS.diHPCARP_Ib.15aldHshift.dtdtpuud 4.983e+43 5.03  5.03  1.086e+40 0.0383    4951 
TS.diHPCARP_Ib.15aldHshift.ututmddu 4.981e+43 5.03  5.03  1.086e+40 0.0383    4952 
TS.diHPCARP_Ib.15aldHshift.utuptdud 4.302e+43 4.95  4.95  1.062e+40 0.0375    4953 
TS.diHPCARP_Ib.15aldHshift.dtdmtudu 4.300e+43 4.95  4.95  1.060e+40 0.0374    4954 
TS.diHPCARP_Ib.15aldHshift.utdpmddu 6.327e+43 5.18  5.18  1.058e+40 0.0374    4955 
TS.diHPCARP_Ib.15aldHshift.dtdmpuud 6.308e+43 5.18  5.18  1.054e+40 0.0372    4956 
TS.diHPCARP_Ib.15aldHshift.utuptuud 9.637e+43 5.44  5.44  1.050e+40 0.037     4957 
TS.diHPCARP_Ib.15aldHshift.dtdmtddu 8.893e+43 5.45  5.45  9.586e+39 0.0338    4958 
TS.diHPCARP_Ib.15aldHshift.ututtddu 4.377e+43 5.03  5.03  9.510e+39 0.0336    4959 
TS.diHPCARP_Ib.15aldHshift.dtdttuud 4.377e+43 5.03  5.03  9.510e+39 0.0336    4960 
TS.diHPCARP_Ib.15aldHshift.utuptudu 5.785e+43 5.21  5.21  9.261e+39 0.0327    4961 
TS.diHPCARP_Ib.15aldHshift.dtdmtdud 5.784e+43 5.21  5.21  9.261e+39 0.0327    4962 
TS.diHPCARP_Ib.15aldHshift.dtutpdud 3.335e+43 4.93  4.93  8.573e+39 0.0303    4963 
TS.diHPCARP_Ib.15aldHshift.utdtmudu 3.315e+43 4.93  4.93  8.485e+39 0.0299    4964 
TS.diHPCARP_Ib.15aldHshift.umdttddu 4.523e+43 5.23  5.23  6.974e+39 0.0246    4965 
TS.diHPCARP_Ib.15aldHshift.dputtuud 4.520e+43 5.23  5.23  6.970e+39 0.0246    4966 
TS.diHPCARP_Ib.15aldHshift.umdmtuud 4.378e+43 5.26  5.26  6.470e+39 0.0228    4967 
TS.diHPCARP_Ib.15aldHshift.dpuptddu 4.378e+43 5.26  5.26  6.469e+39 0.0228    4968 
TS.diHPCARP_Ib.15aldHshift.umdppuud 4.910e+43 5.36  5.36  6.100e+39 0.0215    4969 
TS.diHPCARP_Ib.15aldHshift.dpummddu 4.907e+43 5.36  5.36  6.097e+39 0.0215    4970 
TS.diHPCARP_Ib.15aldHshift.umdptddu 3.913e+43 5.23  5.23  6.084e+39 0.0215    4971 
TS.diHPCARP_Ib.15aldHshift.dpumtuud 3.913e+43 5.23  5.23  6.084e+39 0.0215    4972 
TS.diHPCARP_Ib.15aldHshift.dmummddu 6.005e+43 5.51  5.51  5.799e+39 0.0205    4973 
TS.diHPCARP_Ib.15aldHshift.updppuud 6.005e+43 5.51  5.51  5.799e+39 0.0205    4974 
TS.diHPCARP_Ib.15aldHshift.umdpmddu 9.086e+43 5.89  5.89  4.622e+39 0.0163    4975 
TS.diHPCARP_Ib.15aldHshift.dmuppdud 1.349e+43 4.78  4.78  4.407e+39 0.0156    4976 
TS.diHPCARP_Ib.15aldHshift.dpdtpdud 1.408e+44 6.19  6.19  4.347e+39 0.0153    4977 
TS.diHPCARP_Ib.15aldHshift.umutmudu 1.404e+44 6.19  6.19  4.329e+39 0.0153    4978 
TS.diHPCARP_Ib.15aldHshift.dtdppuud 2.136e+43 5.10  5.10  4.115e+39 0.0145    4979 
TS.diHPCARP_Ib.15aldHshift.dpuppuud 1.681e+43 5.01  5.01  3.772e+39 0.0133    4980 
TS.diHPCARP_Ib.15aldHshift.umdptudu 5.149e+43 5.73  5.73  3.467e+39 0.0122    4981 
TS.diHPCARP_Ib.15aldHshift.dpumtdud 5.140e+43 5.73  5.73  3.457e+39 0.0122    4982 
TS.diHPCARP_Ib.15aldHshift.ututmdud 8.650e+43 6.04  6.04  3.440e+39 0.0121    4983 
TS.diHPCARP_Ib.15aldHshift.dtdtpudu 8.638e+43 6.04  6.04  3.436e+39 0.0121    4984 
TS.diHPCARP_Ib.15aldHshift.umdmmddu 2.354e+43 5.28  5.28  3.339e+39 0.0118    4985 
TS.diHPCARP_Ib.15aldHshift.dtdtpddu 1.330e+43 4.96  4.96  3.233e+39 0.0114    4986 
TS.diHPCARP_Ib.15aldHshift.ututmuud 1.330e+43 4.96  4.96  3.233e+39 0.0114    4987 
TS.diHPCARP_Ib.15aldHshift.uputmuud 4.767e+43 5.76  5.76  3.026e+39 0.0107    4988 
TS.diHPCARP_Ib.15aldHshift.dmdtpddu 4.755e+43 5.76  5.76  3.018e+39 0.0107    4989 
TS.diHPCARP_Ib.15aldHshift.dtuptuud 4.583e+43 5.75  5.75  2.964e+39 0.0105    4990 
TS.diHPCARP_Ib.15aldHshift.utdmtddu 4.583e+43 5.75  5.75  2.955e+39 0.0104    4991 
TS.diHPCARP_Ib.15aldHshift.dmdtpdud 1.101e+44 6.30  6.30  2.847e+39 0.01      4992 
TS.diHPCARP_Ib.15aldHshift.uputmudu 1.101e+44 6.30  6.30  2.847e+39 0.01      4993 
TS.diHPCARP_Ib.15aldHshift.dtdppudu 1.937e+43 5.27  5.27  2.829e+39 0.00999   4994 
TS.diHPCARP_Ib.15aldHshift.umuppddu 4.128e+43 5.72  5.72  2.789e+39 0.00984   4995 
TS.diHPCARP_Ib.15aldHshift.dpdmmuud 4.111e+43 5.72  5.72  2.777e+39 0.0098    4996 
TS.diHPCARP_Ib.15aldHshift.dtdpmudu 3.956e+42 4.33  4.33  2.751e+39 0.00971   4997 
TS.diHPCARP_Ib.15aldHshift.utumpdud 3.956e+42 4.34  4.34  2.748e+39 0.0097    4998 
TS.diHPCARP_Ib.15aldHshift.dmdppuud 1.288e+43 5.04  5.04  2.735e+39 0.00965   4999 
TS.diHPCARP_Ib.15aldHshift.dmdppdud 6.730e+42 4.66  4.66  2.729e+39 0.00963   5000 
TS.diHPCARP_Ib.15aldHshift.dmdtpuud 2.645e+43 5.50  5.50  2.610e+39 0.00921   5001 
TS.diHPCARP_Ib.15aldHshift.uputmddu 2.637e+43 5.50  5.50  2.602e+39 0.00918   5002 
TS.diHPCARP_Ib.15aldHshift.dtdptdud 4.041e+43 5.76  5.76  2.577e+39 0.0091    5003 
TS.diHPCARP_Ib.15aldHshift.dpuptdud 5.904e+43 5.99  5.99  2.553e+39 0.00901   5004 
TS.diHPCARP_Ib.15aldHshift.ututpdud 1.553e+43 5.24  5.24  2.381e+39 0.0084    5005 
TS.diHPCARP_Ib.15aldHshift.dtdtmudu 1.553e+43 5.24  5.24  2.381e+39 0.0084    5006 
TS.diHPCARP_Ib.15aldHshift.umdmpdud 4.691e+42 4.52  4.52  2.381e+39 0.0084    5007 
TS.diHPCARP_Ib.15aldHshift.dpupmddu 4.684e+42 4.52  4.52  2.369e+39 0.00836   5008 
TS.diHPCARP_Ib.15aldHshift.upuptdud 9.309e+43 6.31  6.31  2.352e+39 0.0083    5009 
TS.diHPCARP_Ib.15aldHshift.dmdmtudu 9.304e+43 6.31  6.31  2.348e+39 0.00829   5010 
TS.diHPCARP_Ib.15aldHshift.utummdud 4.503e+42 4.56  4.56  2.164e+39 0.00764   5011 
TS.diHPCARP_Ib.15aldHshift.dmdmtddu 2.088e+44 6.84  6.84  2.157e+39 0.00761   5012 
TS.diHPCARP_Ib.15aldHshift.upuptuud 2.081e+44 6.84  6.84  2.150e+39 0.00759   5013 
TS.diHPCARP_Ib.15aldHshift.utdtpdud 1.064e+43 5.09  5.09  2.084e+39 0.00735   5014 
TS.diHPCARP_Ib.15aldHshift.dtutmudu 1.064e+43 5.09  5.09  2.084e+39 0.00735   5015 
TS.diHPCARP_Ib.15aldHshift.upumpdud 8.788e+42 4.98  4.98  2.057e+39 0.00726   5016 
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TS.diHPCARP_Ib.15aldHshift.dtutpudu 4.298e+43 5.94  5.94  2.008e+39 0.00709   5017 
TS.diHPCARP_Ib.15aldHshift.umutpddu 1.933e+44 6.86  6.86  1.957e+39 0.00691   5018 
TS.diHPCARP_Ib.15aldHshift.dpdtmuud 1.922e+44 6.86  6.86  1.946e+39 0.00687   5019 
TS.diHPCARP_Ib.15aldHshift.updppddu 2.914e+43 5.75  5.75  1.888e+39 0.00666   5020 
TS.diHPCARP_Ib.15aldHshift.dmummuud 2.914e+43 5.75  5.75  1.888e+39 0.00666   5021 
TS.diHPCARP_Ib.15aldHshift.dpdmmddu 7.745e+43 6.34  6.34  1.880e+39 0.00663   5022 
TS.diHPCARP_Ib.15aldHshift.umuppuud 7.745e+43 6.34  6.34  1.880e+39 0.00663   5023 
TS.diHPCARP_Ib.15aldHshift.utupmudu 1.049e+43 5.15  5.15  1.851e+39 0.00653   5024 
TS.diHPCARP_Ib.15aldHshift.dmuptddu 3.234e+43 5.85  5.85  1.775e+39 0.00626   5025 
TS.diHPCARP_Ib.15aldHshift.utdpmdud 4.913e+43 6.10  6.10  1.770e+39 0.00625   5026 
TS.diHPCARP_Ib.15aldHshift.utumtudu 4.907e+43 6.10  6.10  1.766e+39 0.00623   5027 
TS.diHPCARP_Ib.15aldHshift.utumpddu 4.869e+42 4.73  4.73  1.746e+39 0.00616   5028 
TS.diHPCARP_Ib.15aldHshift.dpdptddu 3.588e+43 5.94  5.94  1.675e+39 0.00591   5029 
TS.diHPCARP_Ib.15aldHshift.umumtuud 3.557e+43 5.95  5.95  1.654e+39 0.00584   5030 
TS.diHPCARP_Ib.15aldHshift.dtuptdud 3.012e+43 5.85  5.85  1.653e+39 0.00583   5031 
TS.diHPCARP_Ib.15aldHshift.utdmtudu 3.012e+43 5.85  5.85  1.653e+39 0.00583   5032 
TS.diHPCARP_Ib.15aldHshift.dmdtmuud 2.462e+43 5.79  5.79  1.494e+39 0.00527   5033 
TS.diHPCARP_Ib.15aldHshift.umdmtdud 4.419e+42 4.78  4.78  1.467e+39 0.00518   5034 
TS.diHPCARP_Ib.15aldHshift.dpuptudu 4.419e+42 4.78  4.78  1.467e+39 0.00518   5035 
TS.diHPCARP_Ib.15aldHshift.updtmudu 3.320e+43 6.11  6.11  1.180e+39 0.00416   5036 
TS.diHPCARP_Ib.15aldHshift.dmutpdud 3.317e+43 6.11  6.11  1.178e+39 0.00416   5037 
TS.diHPCARP_Ib.15aldHshift.utdmpudu 1.609e+43 5.76  5.76  1.026e+39 0.00362   5038 
TS.diHPCARP_Ib.15aldHshift.updmmudu 7.491e+42 5.30  5.30  1.024e+39 0.00361   5039 
TS.diHPCARP_Ib.15aldHshift.dtupmdud 1.607e+43 5.76  5.76  1.023e+39 0.00361   5040 
TS.diHPCARP_Ib.15aldHshift.dmumtudu 1.056e+44 6.89  6.89  1.016e+39 0.00359   5041 
TS.diHPCARP_Ib.15aldHshift.updptdud 1.056e+44 6.89  6.89  1.016e+39 0.00359   5042 
TS.diHPCARP_Ib.15aldHshift.dpumtudu 7.883e+43 6.73  6.73  9.875e+38 0.00349   5043 
TS.diHPCARP_Ib.15aldHshift.umdptdud 7.783e+43 6.73  6.73  9.690e+38 0.00342   5044 
TS.diHPCARP_Ib.15aldHshift.dputmddu 5.132e+42 5.16  5.16  8.897e+38 0.00314   5045 
TS.diHPCARP_Ib.15aldHshift.umdtpuud 5.132e+42 5.16  5.16  8.897e+38 0.00314   5046 
TS.diHPCARP_Ib.15aldHshift.utdttudu 7.782e+43 6.79  6.79  8.744e+38 0.00309   5047 
TS.diHPCARP_Ib.15aldHshift.dtuttdud 7.782e+43 6.79  6.79  8.743e+38 0.00309   5048 
TS.diHPCARP_Ib.15aldHshift.dtutpddu 2.879e+43 6.21  6.21  8.686e+38 0.00307   5049 
TS.diHPCARP_Ib.15aldHshift.umdpmudu 9.768e+42 5.65  5.65  7.424e+38 0.00262   5050 
TS.diHPCARP_Ib.15aldHshift.upupmuud 4.123e+43 6.60  6.60  6.398e+38 0.00226   5051 
TS.diHPCARP_Ib.15aldHshift.umdmtudu 4.117e+43 6.60  6.60  6.388e+38 0.00225   5052 
TS.diHPCARP_Ib.15aldHshift.dtutpuud 8.804e+43 7.06  7.06  6.334e+38 0.00224   5053 
TS.diHPCARP_Ib.15aldHshift.dmdptdud 3.299e+43 6.48  6.48  6.276e+38 0.00222   5054 
TS.diHPCARP_Ib.15aldHshift.dputtddu 3.382e+43 6.51  6.51  6.098e+38 0.00215   5055 
TS.diHPCARP_Ib.15aldHshift.umdtmuud 3.380e+43 6.51  6.51  6.093e+38 0.00215   5056 
TS.diHPCARP_Ib.15aldHshift.dtuptddu 3.487e+43 6.56  6.56  5.834e+38 0.00206   5057 
TS.diHPCARP_Ib.15aldHshift.updtmuud 2.660e+43 6.50  6.50  4.927e+38 0.00174   5058 
TS.diHPCARP_Ib.15aldHshift.dmutpddu 2.659e+43 6.50  6.50  4.925e+38 0.00174   5059 
TS.diHPCARP_Ib.15aldHshift.ututtdud 5.967e+43 7.01  7.01  4.681e+38 0.00165   5060 
TS.diHPCARP_Ib.15aldHshift.dtdttudu 5.966e+43 7.01  7.01  4.680e+38 0.00165   5061 
TS.diHPCARP_Ib.15aldHshift.dputmudu 2.403e+43 6.47  6.47  4.671e+38 0.00165   5062 
TS.diHPCARP_Ib.15aldHshift.dtdpmdud 2.030e+43 6.37  6.37  4.670e+38 0.00165   5063 
TS.diHPCARP_Ib.15aldHshift.umdtpdud 2.401e+43 6.47  6.47  4.668e+38 0.00165   5064 
TS.diHPCARP_Ib.15aldHshift.dpdpmuud 1.500e+43 6.19  6.19  4.622e+38 0.00163   5065 
TS.diHPCARP_Ib.15aldHshift.updmpdud 7.250e+42 5.77  5.77  4.531e+38 0.0016    5066 
TS.diHPCARP_Ib.15aldHshift.dmupmudu 7.249e+42 5.77  5.77  4.531e+38 0.0016    5067 
TS.diHPCARP_Ib.15aldHshift.umdptuud 7.168e+43 7.20  7.20  4.072e+38 0.00144   5068 
TS.diHPCARP_Ib.15aldHshift.dpumtddu 7.168e+43 7.20  7.20  4.072e+38 0.00144   5069 
TS.diHPCARP_Ib.15aldHshift.updtpdud 2.657e+43 6.62  6.62  3.983e+38 0.00141   5070 
TS.diHPCARP_Ib.15aldHshift.dmutmudu 2.651e+43 6.62  6.62  3.969e+38 0.0014    5071 
TS.diHPCARP_Ib.15aldHshift.umutpudu 1.470e+44 7.70  7.70  3.628e+38 0.00128   5072 
TS.diHPCARP_Ib.15aldHshift.dpdtmdud 1.469e+44 7.70  7.70  3.627e+38 0.00128   5073 
TS.diHPCARP_Ib.15aldHshift.uputpddu 9.696e+43 7.46  7.46  3.586e+38 0.00127   5074 
TS.diHPCARP_Ib.15aldHshift.dmdppudu 3.509e+43 6.85  6.85  3.581e+38 0.00126   5075 
TS.diHPCARP_Ib.15aldHshift.updptuud 1.103e+44 7.54  7.54  3.527e+38 0.00124   5076 
TS.diHPCARP_Ib.15aldHshift.dmumtddu 1.090e+44 7.55  7.55  3.467e+38 0.00122   5077 
TS.diHPCARP_Ib.15aldHshift.dputpudu 7.541e+43 7.33  7.33  3.429e+38 0.00121   5078 
TS.diHPCARP_Ib.15aldHshift.umdtmdud 7.540e+43 7.33  7.33  3.428e+38 0.00121   5079 
TS.diHPCARP_Ib.15aldHshift.umuptdud 1.042e+44 7.55  7.55  3.305e+38 0.00117   5080 
TS.diHPCARP_Ib.15aldHshift.dpdmtudu 1.042e+44 7.55  7.55  3.305e+38 0.00117   5081 
TS.diHPCARP_Ib.15aldHshift.dpdppuud 3.803e+43 6.95  6.95  3.305e+38 0.00117   5082 
TS.diHPCARP_Ib.15aldHshift.dpupmdud 1.674e+43 6.48  6.48  3.211e+38 0.00113   5083 
TS.diHPCARP_Ib.15aldHshift.umdpmuud 3.830e+43 7.02  7.02  2.933e+38 0.00104   5084 
TS.diHPCARP_Ib.15aldHshift.dputpddu 3.774e+43 7.03  7.03  2.875e+38 0.00101   5085 
TS.diHPCARP_Ib.15aldHshift.utdmpdud 1.047e+43 6.29  6.29  2.758e+38 0.000973  5086 
TS.diHPCARP_Ib.15aldHshift.umdmmdud 1.995e+43 6.69  6.69  2.670e+38 0.000942  5087 
TS.diHPCARP_Ib.15aldHshift.dpuppudu 1.981e+43 6.69  6.69  2.646e+38 0.000934  5088 
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TS.diHPCARP_Ib.15aldHshift.umuptuud 2.012e+44 8.19  8.19  2.167e+38 0.000765  5089 
TS.diHPCARP_Ib.15aldHshift.dpdmtddu 2.010e+44 8.19  8.19  2.162e+38 0.000763  5090 
TS.diHPCARP_Ib.15aldHshift.umumpdud 7.485e+42 6.26  6.26  2.053e+38 0.000724  5091 
TS.diHPCARP_Ib.15aldHshift.dpdpmudu 7.484e+42 6.26  6.26  2.053e+38 0.000724  5092 
TS.diHPCARP_Ib.15aldHshift.dpupmudu 7.986e+42 6.31  6.31  2.034e+38 0.000718  5093 
TS.diHPCARP_Ib.15aldHshift.umutmuud 3.439e+43 7.23  7.23  1.845e+38 0.000651  5094 
TS.diHPCARP_Ib.15aldHshift.dpdtpddu 3.439e+43 7.23  7.23  1.845e+38 0.000651  5095 
TS.diHPCARP_Ib.15aldHshift.dtuttddu 4.190e+43 7.36  7.36  1.829e+38 0.000646  5096 
TS.diHPCARP_Ib.15aldHshift.dmutmuud 3.656e+43 7.30  7.30  1.769e+38 0.000624  5097 
TS.diHPCARP_Ib.15aldHshift.updtpddu 3.656e+43 7.30  7.30  1.767e+38 0.000624  5098 
TS.diHPCARP_Ib.15aldHshift.dmummdud 2.482e+43 7.12  7.12  1.612e+38 0.000569  5099 
TS.diHPCARP_Ib.15aldHshift.updppudu 2.481e+43 7.12  7.12  1.611e+38 0.000568  5100 
TS.diHPCARP_Ib.15aldHshift.upummddu 7.661e+42 6.45  6.45  1.535e+38 0.000542  5101 
TS.diHPCARP_Ib.15aldHshift.dpdtmudu 3.736e+43 7.40  7.40  1.512e+38 0.000534  5102 
TS.diHPCARP_Ib.15aldHshift.umutpdud 3.736e+43 7.40  7.40  1.512e+38 0.000534  5103 
TS.diHPCARP_Ib.15aldHshift.dpdmmdud 5.050e+43 7.62  7.62  1.429e+38 0.000504  5104 
TS.diHPCARP_Ib.15aldHshift.umuppudu 5.050e+43 7.62  7.62  1.429e+38 0.000504  5105 
TS.diHPCARP_Ib.15aldHshift.umuttudu 1.781e+44 8.38  8.38  1.394e+38 0.000492  5106 
TS.diHPCARP_Ib.15aldHshift.dpdttdud 1.779e+44 8.38  8.38  1.392e+38 0.000491  5107 
TS.diHPCARP_Ib.15aldHshift.updtpudu 7.025e+43 7.86  7.86  1.312e+38 0.000463  5108 
TS.diHPCARP_Ib.15aldHshift.dmutmdud 7.024e+43 7.86  7.86  1.312e+38 0.000463  5109 
TS.diHPCARP_Ib.15aldHshift.uputtdud 1.370e+44 8.27  8.27  1.285e+38 0.000453  5110 
TS.diHPCARP_Ib.15aldHshift.dmdttudu 1.370e+44 8.28  8.28  1.284e+38 0.000453  5111 
TS.diHPCARP_Ib.15aldHshift.dtdtmddu 4.249e+43 7.69  7.69  1.064e+38 0.000376  5112 
TS.diHPCARP_Ib.15aldHshift.ututpuud 4.246e+43 7.69  7.69  1.064e+38 0.000375  5113 
TS.diHPCARP_Ib.15aldHshift.umuttddu 2.594e+44 8.78  8.78  1.044e+38 0.000368  5114 
TS.diHPCARP_Ib.15aldHshift.dpdttuud 2.578e+44 8.78  8.78  1.034e+38 0.000365  5115 
TS.diHPCARP_Ib.15aldHshift.umuptddu 1.082e+44 8.28  8.28  1.012e+38 0.000357  5116 
TS.diHPCARP_Ib.15aldHshift.dpdmtuud 1.081e+44 8.28  8.28  1.011e+38 0.000357  5117 
TS.diHPCARP_Ib.15aldHshift.dmdptuud 7.077e+43 8.03  8.03  9.997e+37 0.000353  5118 
TS.diHPCARP_Ib.15aldHshift.updptddu 9.749e+43 8.22  8.22  9.977e+37 0.000352  5119 
TS.diHPCARP_Ib.15aldHshift.dmumtuud 9.746e+43 8.22  8.22  9.974e+37 0.000352  5120 
TS.diHPCARP_Ib.15aldHshift.dpdptdud 6.272e+43 8.03  8.03  8.832e+37 0.000312  5121 
TS.diHPCARP_Ib.15aldHshift.umdttdud 1.028e+44 8.39  8.39  7.927e+37 0.00028   5122 
TS.diHPCARP_Ib.15aldHshift.dputtudu 1.028e+44 8.39  8.39  7.927e+37 0.00028   5123 
TS.diHPCARP_Ib.15aldHshift.dmutpuud 2.632e+44 9.08  9.08  6.380e+37 0.000225  5124 
TS.diHPCARP_Ib.15aldHshift.updtmddu 2.526e+44 9.08  9.08  6.092e+37 0.000215  5125 
TS.diHPCARP_Ib.15aldHshift.dmdttdud 1.517e+44 8.81  8.81  5.840e+37 0.000206  5126 
TS.diHPCARP_Ib.15aldHshift.uputtudu 1.515e+44 8.81  8.81  5.826e+37 0.000206  5127 
TS.diHPCARP_Ib.15aldHshift.updttudu 1.232e+44 8.72  8.72  5.430e+37 0.000192  5128 
TS.diHPCARP_Ib.15aldHshift.dmuttdud 1.231e+44 8.72  8.72  5.427e+37 0.000192  5129 
TS.diHPCARP_Ib.15aldHshift.utdmtuud 3.196e+43 7.92  7.92  5.426e+37 0.000192  5130 
TS.diHPCARP_Ib.15aldHshift.dpdpmdud 1.150e+43 7.33  7.33  5.298e+37 0.000187  5131 
TS.diHPCARP_Ib.15aldHshift.upummdud 1.867e+43 7.69  7.69  4.632e+37 0.000163  5132 
TS.diHPCARP_Ib.15aldHshift.dtutmddu 4.537e+43 8.27  8.27  4.271e+37 0.000151  5133 
TS.diHPCARP_Ib.15aldHshift.updttddu 1.608e+44 9.03  9.03  4.215e+37 0.000149  5134 
TS.diHPCARP_Ib.15aldHshift.dmuttuud 1.608e+44 9.03  9.03  4.213e+37 0.000149  5135 
TS.diHPCARP_Ib.15aldHshift.umutmddu 1.290e+44 8.93  8.93  4.032e+37 0.000142  5136 
TS.diHPCARP_Ib.15aldHshift.dpdtpuud 1.287e+44 8.93  8.93  4.019e+37 0.000142  5137 
TS.diHPCARP_Ib.15aldHshift.dmuttudu 1.276e+44 8.93  8.93  3.966e+37 0.00014   5138 
TS.diHPCARP_Ib.15aldHshift.dpdppudu 3.162e+43 8.11  8.11  3.935e+37 0.000139  5139 
TS.diHPCARP_Ib.15aldHshift.dmuppudu 3.101e+43 8.11  8.11  3.829e+37 0.000135  5140 
TS.diHPCARP_Ib.15aldHshift.updpmddu 3.113e+43 8.15  8.15  3.576e+37 0.000126  5141 
TS.diHPCARP_Ib.15aldHshift.dmumpuud 3.012e+43 8.16  8.16  3.439e+37 0.000121  5142 
TS.diHPCARP_Ib.15aldHshift.dpdptuud 9.551e+43 8.85  8.85  3.429e+37 0.000121  5143 
TS.diHPCARP_Ib.15aldHshift.umummddu 2.776e+43 8.14  8.14  3.277e+37 0.000116  5144 
TS.diHPCARP_Ib.15aldHshift.umdttuud 1.682e+44 9.22  9.22  3.225e+37 0.000114  5145 
TS.diHPCARP_Ib.15aldHshift.dmdtmddu 9.085e+43 8.92  8.92  2.890e+37 0.000102  5146 
TS.diHPCARP_Ib.15aldHshift.uputpuud 9.014e+43 8.92  8.92  2.854e+37 0.000101  5147 
TS.diHPCARP_Ib.15aldHshift.dpdttudu 1.942e+44 9.54  9.54  2.166e+37 7.64e-05  5148 
TS.diHPCARP_Ib.15aldHshift.umuttdud 1.937e+44 9.54  9.54  2.158e+37 7.62e-05  5149 
TS.diHPCARP_Ib.15aldHshift.updptudu 7.801e+43 9.06  9.06  1.970e+37 6.95e-05  5150 
TS.diHPCARP_Ib.15aldHshift.dmumtdud 7.800e+43 9.06  9.06  1.969e+37 6.95e-05  5151 
TS.diHPCARP_Ib.15aldHshift.utdtpuud 2.739e+43 8.62  8.62  1.437e+37 5.07e-05  5152 
TS.diHPCARP_Ib.15aldHshift.dpdmpuud 5.006e+43 8.98  8.98  1.427e+37 5.04e-05  5153 
TS.diHPCARP_Ib.15aldHshift.umupmddu 5.002e+43 8.98  8.98  1.426e+37 5.03e-05  5154 
TS.diHPCARP_Ib.15aldHshift.utdmmdud 7.640e+42 8.01  8.01  1.118e+37 3.95e-05  5155 
TS.diHPCARP_Ib.15aldHshift.updmmdud 1.459e+43 8.44  8.44  1.031e+37 3.64e-05  5156 
TS.diHPCARP_Ib.15aldHshift.umumtudu 5.737e+43 9.39  9.39  8.286e+36 2.92e-05  5157 
TS.diHPCARP_Ib.15aldHshift.dmutmddu 9.545e+43 9.71  9.71  8.019e+36 2.83e-05  5158 
TS.diHPCARP_Ib.15aldHshift.updtpuud 9.536e+43 9.71  9.71  8.011e+36 2.83e-05  5159 
TS.diHPCARP_Ib.15aldHshift.dtuppudu 2.499e+43 8.99  8.99  7.088e+36 2.5e-05   5160 
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TS.diHPCARP_Ib.15aldHshift.umupmudu 2.145e+43 8.90  8.90  7.026e+36 2.48e-05  5161 
TS.diHPCARP_Ib.15aldHshift.umutpuud 1.116e+44 10.53 10.53 2.363e+36 8.34e-06  5162 
TS.diHPCARP_Ib.15aldHshift.dpdtmddu 1.116e+44 10.53 10.53 2.362e+36 8.34e-06  5163 
TS.diHPCARP_Ib.15aldHshift.updmmddu 8.761e+43 10.43 10.43 2.203e+36 7.78e-06  5164 
TS.diHPCARP_Ib.15aldHshift.umumpddu 8.038e+42 9.13  9.13  1.809e+36 6.38e-06  5165 
TS.diHPCARP_Ib.15aldHshift.umumtddu 5.280e+43 10.29 10.29 1.685e+36 5.95e-06  5166 
TS.diHPCARP_Ib.15aldHshift.upumtudu 3.176e+43 10.02 10.02 1.587e+36 5.6e-06   5167 
TS.diHPCARP_Ib.15aldHshift.uputpudu 1.887e+43 9.86  9.86  1.233e+36 4.35e-06  5168 
TS.diHPCARP_Ib.15aldHshift.umummdud 2.005e+43 10.04 10.04 9.694e+35 3.42e-06  5169 
TS.diHPCARP_Ib.15aldHshift.upumtddu 2.866e+43 10.41 10.41 7.492e+35 2.64e-06  5170 
TS.diHPCARP_Ib.15aldHshift.utdtmdud 3.678e+43 10.62 10.62 6.734e+35 2.38e-06  5171 
TS.diHPCARP_Ib.15aldHshift.upumpudu 4.724e+43 10.78 10.78 6.620e+35 2.34e-06  5172 
TS.diHPCARP_Ib.15aldHshift.utdttdud 3.397e+43 11.31 11.31 1.944e+35 6.86e-07  5173 
TS.diHPCARP_Ib.15aldHshift.upummudu 5.818e+42 10.70 10.70 9.353e+34 3.3e-07   5174 
Total                                                     2.833e+43 100       5175 
 5176 
 5177 
 5178 
1,6-aldehyde-H-shift in (2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 5179 
====================================================================================== 5180 
 5181 
Population analysis at 300K. Vibrational scaling: 0.971.  5182 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5183 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5184 
%: contribution to the population (with current data set assumed 100%) 5185 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         5186 
----------------------------------------------------------------------------- 5187 
TS.diHPCARP_Ic.16aldHshift.a.mpmpuu 2.521e+42 0.00  0.00  2.521e+42 16.9      5188 
TS.diHPCARP_Ic.16aldHshift.b.pmtpuu 3.939e+42 0.34  0.34  2.244e+42 15.1      5189 
TS.diHPCARP_Ic.16aldHshift.b.mptpuu 5.138e+42 0.67  0.67  1.676e+42 11.3      5190 
TS.diHPCARP_Ic.16aldHshift.a.pmtpuu 4.268e+42 0.72  0.72  1.282e+42 8.62      5191 
TS.diHPCARP_Ic.16aldHshift.a.mptpuu 5.349e+42 0.90  0.90  1.186e+42 7.97      5192 
TS.diHPCARP_Ic.16aldHshift.b.pmmmuu 5.764e+42 1.05  1.05  9.938e+41 6.68      5193 
TS.diHPCARP_Ic.16aldHshift.a.pmmmuu 2.310e+42 0.52  0.52  9.671e+41 6.5       5194 
TS.diHPCARP_Ic.16aldHshift.a.mpmmuu 5.233e+42 1.40  1.40  5.035e+41 3.38      5195 
TS.diHPCARP_Ic.16aldHshift.b.mpmpuu 2.849e+42 1.18  1.18  3.942e+41 2.65      5196 
TS.diHPCARP_Ic.16aldHshift.a.ppmpuu 2.466e+42 1.16  1.16  3.507e+41 2.36      5197 
TS.diHPCARP_Ic.16aldHshift.a.pmmpuu 2.220e+42 1.15  1.15  3.212e+41 2.16      5198 
TS.diHPCARP_Ic.16aldHshift.a.pmppdd 1.332e+43 2.36  2.36  2.542e+41 1.71      5199 
TS.diHPCARP_Ic.16aldHshift.b.mpmmuu 1.200e+43 2.40  2.40  2.154e+41 1.45      5200 
TS.diHPCARP_Ic.16aldHshift.b.mppmuu 2.666e+42 1.52  1.52  2.074e+41 1.39      5201 
TS.diHPCARP_Ic.16aldHshift.a.mppmuu 4.229e+42 1.80  1.80  2.053e+41 1.38      5202 
TS.diHPCARP_Ic.16aldHshift.a.tmmpuu 6.409e+42 2.28  2.28  1.411e+41 0.948     5203 
TS.diHPCARP_Ic.16aldHshift.a.mpppuu 1.105e+43 2.67  2.67  1.251e+41 0.841     5204 
TS.diHPCARP_Ic.16aldHshift.e.tmtpuu 7.955e+42 2.48  2.48  1.242e+41 0.835     5205 
TS.diHPCARP_Ic.16aldHshift.a.ppmmuu 2.748e+42 1.87  1.87  1.197e+41 0.805     5206 
TS.diHPCARP_Ic.16aldHshift.a.tmtpuu 5.562e+42 2.30  2.30  1.178e+41 0.792     5207 
TS.diHPCARP_Ic.16aldHshift.b.ppmpuu 2.383e+42 1.85  1.85  1.066e+41 0.717     5208 
TS.diHPCARP_Ic.16aldHshift.b.ppmmuu 5.199e+42 2.54  2.54  7.329e+40 0.493     5209 
TS.diHPCARP_Ic.16aldHshift.b.mpppuu 8.737e+42 2.93  2.93  6.377e+40 0.429     5210 
TS.diHPCARP_Ic.16aldHshift.c.mpmmuu 5.332e+42 2.65  2.65  6.207e+40 0.417     5211 
TS.diHPCARP_Ic.16aldHshift.b.pmmpuu 2.452e+42 2.25  2.25  5.664e+40 0.381     5212 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdd 3.249e+43 3.90  3.90  4.704e+40 0.316     5213 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdd 4.949e+43 4.23  4.23  4.115e+40 0.277     5214 
TS.diHPCARP_Ic.16aldHshift.b.pmpmuu 3.013e+42 2.67  2.67  3.439e+40 0.231     5215 
TS.diHPCARP_Ic.16aldHshift.a.tmmmuu 5.011e+42 3.06  3.06  2.967e+40 0.199     5216 
TS.diHPCARP_Ic.16aldHshift.b.mptmuu 1.332e+43 3.68  3.68  2.790e+40 0.188     5217 
TS.diHPCARP_Ic.16aldHshift.e.pppmuu 4.415e+42 3.03  3.03  2.718e+40 0.183     5218 
TS.diHPCARP_Ic.16aldHshift.e.mpppdd 4.214e+42 3.11  3.11  2.284e+40 0.154     5219 
TS.diHPCARP_Ic.16aldHshift.a.pmmmdd 3.589e+43 4.41  4.41  2.189e+40 0.147     5220 
TS.diHPCARP_Ic.16aldHshift.a.pmpmuu 4.345e+42 3.16  3.16  2.173e+40 0.146     5221 
TS.diHPCARP_Ic.16aldHshift.b.tmmpuu 5.146e+42 3.29  3.29  2.069e+40 0.139     5222 
TS.diHPCARP_Ic.16aldHshift.e.tmmpuu 5.142e+42 3.29  3.29  2.063e+40 0.139     5223 
TS.diHPCARP_Ic.16aldHshift.a.ppppdd 1.747e+43 4.04  4.04  1.976e+40 0.133     5224 
TS.diHPCARP_Ic.16aldHshift.c.tmmmuu 4.119e+42 3.30  3.30  1.636e+40 0.11      5225 
TS.diHPCARP_Ic.16aldHshift.e.tptpuu 1.141e+43 3.96  3.96  1.490e+40 0.1       5226 
TS.diHPCARP_Ic.16aldHshift.a.pppmdd 3.320e+43 4.60  4.60  1.474e+40 0.0991    5227 
TS.diHPCARP_Ic.16aldHshift.a.pmppuu 1.432e+43 4.19  4.19  1.279e+40 0.086     5228 
TS.diHPCARP_Ic.16aldHshift.a.pppmuu 6.956e+42 3.77  3.77  1.255e+40 0.0844    5229 
TS.diHPCARP_Ic.16aldHshift.b.pmppuu 1.179e+43 4.09  4.09  1.226e+40 0.0824    5230 
TS.diHPCARP_Ic.16aldHshift.e.pmppdd 6.579e+42 3.84  3.84  1.055e+40 0.0709    5231 
TS.diHPCARP_Ic.16aldHshift.a.mptmuu 1.519e+43 4.38  4.38  9.761e+39 0.0656    5232 
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TS.diHPCARP_Ic.16aldHshift.a.pmtmdd 3.790e+43 4.93  4.93  9.639e+39 0.0648    5233 
TS.diHPCARP_Ic.16aldHshift.a.pmtpdd 3.340e+43 4.88  4.88  9.334e+39 0.0627    5234 
TS.diHPCARP_Ic.16aldHshift.e.pptmuu 7.638e+42 4.03  4.03  8.868e+39 0.0596    5235 
TS.diHPCARP_Ic.16aldHshift.a.tpmpuu 6.102e+42 4.00  4.00  7.399e+39 0.0497    5236 
TS.diHPCARP_Ic.16aldHshift.a.tptpuu 9.873e+42 4.33  4.33  6.864e+39 0.0461    5237 
TS.diHPCARP_Ic.16aldHshift.e.tmtmuu 9.590e+42 4.33  4.33  6.775e+39 0.0455    5238 
TS.diHPCARP_Ic.16aldHshift.a.ppmpdd 3.786e+43 5.16  5.16  6.649e+39 0.0447    5239 
TS.diHPCARP_Ic.16aldHshift.a.mmtpuu 9.182e+42 4.38  4.38  5.958e+39 0.04      5240 
TS.diHPCARP_Ic.16aldHshift.a.ppmmdd 3.920e+43 5.35  5.35  4.989e+39 0.0335    5241 
TS.diHPCARP_Ic.16aldHshift.a.tpmmuu 1.036e+43 4.57  4.57  4.820e+39 0.0324    5242 
TS.diHPCARP_Ic.16aldHshift.b.mmtpuu 1.003e+43 4.64  4.64  4.198e+39 0.0282    5243 
TS.diHPCARP_Ic.16aldHshift.a.tppmdd 2.334e+43 5.20  5.20  3.818e+39 0.0257    5244 
TS.diHPCARP_Ic.16aldHshift.e.tmpmuu 9.244e+42 4.81  4.81  2.907e+39 0.0195    5245 
TS.diHPCARP_Ic.16aldHshift.a.tmtmuu 8.626e+42 4.80  4.80  2.741e+39 0.0184    5246 
TS.diHPCARP_Ic.16aldHshift.a.tmpmuu 1.558e+43 5.16  5.16  2.704e+39 0.0182    5247 
TS.diHPCARP_Ic.16aldHshift.b.pmpmdd 4.177e+43 5.77  5.77  2.632e+39 0.0177    5248 
TS.diHPCARP_Ic.16aldHshift.a.pptpdd 3.163e+43 5.67  5.67  2.339e+39 0.0157    5249 
TS.diHPCARP_Ic.16aldHshift.a.mmmpuu 5.201e+42 4.71  4.71  1.930e+39 0.013     5250 
TS.diHPCARP_Ic.16aldHshift.b.tpmpuu 7.164e+42 4.97  4.97  1.728e+39 0.0116    5251 
TS.diHPCARP_Ic.16aldHshift.a.mmmmuu 7.856e+42 5.11  5.11  1.495e+39 0.01      5252 
TS.diHPCARP_Ic.16aldHshift.a.mmppdd 6.876e+42 5.13  5.13  1.262e+39 0.00849   5253 
TS.diHPCARP_Ic.16aldHshift.e.pmpmdd 2.288e+43 5.86  5.86  1.239e+39 0.00833   5254 
TS.diHPCARP_Ic.16aldHshift.a.mpppdd 1.278e+43 5.56  5.56  1.141e+39 0.00767   5255 
TS.diHPCARP_Ic.16aldHshift.b.mmmmdd 1.505e+43 5.66  5.66  1.135e+39 0.00763   5256 
TS.diHPCARP_Ic.16aldHshift.e.tpmmuu 1.496e+43 5.66  5.66  1.119e+39 0.00752   5257 
TS.diHPCARP_Ic.16aldHshift.b.pmtpdd 2.470e+43 6.00  6.00  1.050e+39 0.00706   5258 
TS.diHPCARP_Ic.16aldHshift.b.mmmpdd 1.470e+43 5.70  5.70  1.033e+39 0.00695   5259 
TS.diHPCARP_Ic.16aldHshift.e.mmppdd 4.938e+42 5.08  5.08  9.775e+38 0.00657   5260 
TS.diHPCARP_Ic.16aldHshift.b.pppmdd 2.578e+43 6.11  6.11  9.077e+38 0.0061    5261 
TS.diHPCARP_Ic.16aldHshift.b.mmtpdd 8.762e+42 5.50  5.50  8.573e+38 0.00576   5262 
TS.diHPCARP_Ic.16aldHshift.a.pptmuu 8.616e+42 5.49  5.49  8.565e+38 0.00576   5263 
TS.diHPCARP_Ic.16aldHshift.b.mmtmdd 8.317e+42 5.50  5.50  8.250e+38 0.00555   5264 
TS.diHPCARP_Ic.16aldHshift.e.pmtmdd 3.982e+43 6.43  6.43  8.242e+38 0.00554   5265 
TS.diHPCARP_Ic.16aldHshift.c.mmtmdd 3.912e+42 5.09  5.09  7.653e+38 0.00514   5266 
TS.diHPCARP_Ic.16aldHshift.c.tpmmuu 7.597e+42 5.51  5.51  7.320e+38 0.00492   5267 
TS.diHPCARP_Ic.16aldHshift.e.tppmdd 1.542e+43 6.00  6.00  6.617e+38 0.00445   5268 
TS.diHPCARP_Ic.16aldHshift.a.tpmmdd 2.304e+43 6.25  6.25  6.450e+38 0.00434   5269 
TS.diHPCARP_Ic.16aldHshift.e.tppmuu 7.374e+42 5.57  5.57  6.429e+38 0.00432   5270 
TS.diHPCARP_Ic.16aldHshift.c.pmppdd 9.622e+42 5.76  5.76  6.136e+38 0.00412   5271 
TS.diHPCARP_Ic.16aldHshift.e.pmmpdd 3.584e+43 6.58  6.58  5.776e+38 0.00388   5272 
TS.diHPCARP_Ic.16aldHshift.e.tmppdd 2.119e+43 6.31  6.31  5.382e+38 0.00362   5273 
TS.diHPCARP_Ic.16aldHshift.c.mmppdd 3.936e+42 5.31  5.31  5.311e+38 0.00357   5274 
TS.diHPCARP_Ic.16aldHshift.b.ppppdd 4.077e+43 6.79  6.79  4.616e+38 0.0031    5275 
TS.diHPCARP_Ic.16aldHshift.e.mpmpdd 2.620e+43 6.54  6.54  4.519e+38 0.00304   5276 
TS.diHPCARP_Ic.16aldHshift.e.pmtpdd 1.865e+43 6.38  6.38  4.179e+38 0.00281   5277 
TS.diHPCARP_Ic.16aldHshift.c.mmmmuu 6.297e+42 5.74  5.74  4.153e+38 0.00279   5278 
TS.diHPCARP_Ic.16aldHshift.e.ppppuu 1.601e+43 6.31  6.31  4.080e+38 0.00274   5279 
TS.diHPCARP_Ic.16aldHshift.b.pmtmuu 1.096e+43 6.08  6.08  4.078e+38 0.00274   5280 
TS.diHPCARP_Ic.16aldHshift.a.tmmpdd 3.213e+43 6.76  6.76  3.814e+38 0.00256   5281 
TS.diHPCARP_Ic.16aldHshift.a.tppmuu 1.025e+43 6.09  6.09  3.760e+38 0.00253   5282 
TS.diHPCARP_Ic.16aldHshift.b.mmpmuu 5.313e+42 5.74  5.74  3.499e+38 0.00235   5283 
TS.diHPCARP_Ic.16aldHshift.e.mptpdd 1.663e+43 6.48  6.48  3.188e+38 0.00214   5284 
TS.diHPCARP_Ic.16aldHshift.b.mmmpuu 5.760e+42 5.85  5.85  3.134e+38 0.00211   5285 
TS.diHPCARP_Ic.16aldHshift.a.mmpmuu 7.627e+42 6.05  6.05  3.004e+38 0.00202   5286 
TS.diHPCARP_Ic.16aldHshift.e.pmmmdd 3.448e+43 6.99  6.99  2.800e+38 0.00188   5287 
TS.diHPCARP_Ic.16aldHshift.e.mppmdd 1.204e+43 6.36  6.36  2.793e+38 0.00188   5288 
TS.diHPCARP_Ic.16aldHshift.a.tpppuu 2.558e+43 6.82  6.82  2.759e+38 0.00185   5289 
TS.diHPCARP_Ic.16aldHshift.e.tpppuu 2.068e+43 6.79  6.79  2.340e+38 0.00157   5290 
TS.diHPCARP_Ic.16aldHshift.a.tmmmdd 3.847e+43 7.16  7.16  2.325e+38 0.00156   5291 
TS.diHPCARP_Ic.16aldHshift.e.mpmmdd 3.368e+43 7.09  7.09  2.313e+38 0.00155   5292 
TS.diHPCARP_Ic.16aldHshift.b.pptpdd 3.380e+43 7.21  7.21  1.894e+38 0.00127   5293 
TS.diHPCARP_Ic.16aldHshift.a.mmpmdd 8.391e+42 6.39  6.39  1.860e+38 0.00125   5294 
TS.diHPCARP_Ic.16aldHshift.a.ppppuu 1.405e+43 6.70  6.70  1.853e+38 0.00125   5295 
TS.diHPCARP_Ic.16aldHshift.e.mmpmdd 7.326e+42 6.33  6.33  1.787e+38 0.0012    5296 
TS.diHPCARP_Ic.16aldHshift.a.mpmpdd 1.566e+44 8.19  8.19  1.706e+38 0.00115   5297 
TS.diHPCARP_Ic.16aldHshift.a.mmppuu 1.922e+43 7.03  7.03  1.451e+38 0.000976  5298 
TS.diHPCARP_Ic.16aldHshift.b.ppmpdd 5.615e+43 7.79  7.79  1.195e+38 0.000804  5299 
TS.diHPCARP_Ic.16aldHshift.b.pptmdd 4.083e+43 7.66  7.66  1.074e+38 0.000722  5300 
TS.diHPCARP_Ic.16aldHshift.a.tptpdd 2.078e+43 7.28  7.28  1.031e+38 0.000693  5301 
TS.diHPCARP_Ic.16aldHshift.e.tmmpdd 4.202e+43 7.80  7.80  8.736e+37 0.000587  5302 
TS.diHPCARP_Ic.16aldHshift.b.ppmmdd 5.025e+43 8.01  8.01  7.323e+37 0.000492  5303 
TS.diHPCARP_Ic.16aldHshift.a.tptmdd 3.890e+43 7.87  7.87  7.152e+37 0.000481  5304 
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TS.diHPCARP_Ic.16aldHshift.b.tmtpdd 3.145e+43 7.78  7.78  6.738e+37 0.000453  5305 
TS.diHPCARP_Ic.16aldHshift.a.tmtpdd 2.845e+43 7.73  7.73  6.624e+37 0.000445  5306 
TS.diHPCARP_Ic.16aldHshift.e.tptmuu 2.384e+43 7.63  7.63  6.608e+37 0.000444  5307 
TS.diHPCARP_Ic.16aldHshift.b.mmppuu 1.981e+43 7.53  7.53  6.460e+37 0.000434  5308 
TS.diHPCARP_Ic.16aldHshift.a.tmtmdd 4.598e+43 8.08  8.08  5.947e+37 0.0004    5309 
TS.diHPCARP_Ic.16aldHshift.b.tmtmdd 4.311e+43 8.14  8.14  5.106e+37 0.000343  5310 
TS.diHPCARP_Ic.16aldHshift.a.mpmmdd 9.885e+43 8.64  8.64  4.995e+37 0.000336  5311 
TS.diHPCARP_Ic.16aldHshift.b.tpppdd 9.191e+42 7.28  7.28  4.604e+37 0.000309  5312 
TS.diHPCARP_Ic.16aldHshift.c.ppppdd 9.823e+42 7.34  7.34  4.408e+37 0.000296  5313 
TS.diHPCARP_Ic.16aldHshift.e.tmmmdd 4.179e+43 8.29  8.29  3.832e+37 0.000258  5314 
TS.diHPCARP_Ic.16aldHshift.a.mptmdd 3.865e+43 8.30  8.30  3.451e+37 0.000232  5315 
TS.diHPCARP_Ic.16aldHshift.e.tpmmdd 2.491e+43 8.12  8.12  3.005e+37 0.000202  5316 
TS.diHPCARP_Ic.16aldHshift.e.tptpdd 1.825e+43 8.21  8.21  1.892e+37 0.000127  5317 
TS.diHPCARP_Ic.16aldHshift.e.tptmdd 4.889e+43 8.80  8.80  1.887e+37 0.000127  5318 
TS.diHPCARP_Ic.16aldHshift.a.tptmuu 2.945e+43 8.54  8.54  1.760e+37 0.000118  5319 
TS.diHPCARP_Ic.16aldHshift.b.tmpmdd 3.404e+43 8.70  8.70  1.555e+37 0.000105  5320 
TS.diHPCARP_Ic.16aldHshift.c.mmpmdd 5.857e+42 7.84  7.84  1.132e+37 7.61e-05  5321 
TS.diHPCARP_Ic.16aldHshift.c.pmtmdd 8.964e+42 8.31  8.31  7.927e+36 5.33e-05  5322 
TS.diHPCARP_Ic.16aldHshift.a.mppmdd 3.549e+42 7.90  7.90  6.288e+36 4.23e-05  5323 
TS.diHPCARP_Ic.16aldHshift.b.tpmpdd 2.962e+43 9.18  9.18  6.047e+36 4.06e-05  5324 
TS.diHPCARP_Ic.16aldHshift.c.pmmpdd 3.186e+43 9.23  9.23  6.008e+36 4.04e-05  5325 
TS.diHPCARP_Ic.16aldHshift.e.mmmmdd 2.165e+43 9.28  9.28  3.758e+36 2.53e-05  5326 
TS.diHPCARP_Ic.16aldHshift.b.tpmmdd 2.846e+43 9.47  9.47  3.597e+36 2.42e-05  5327 
TS.diHPCARP_Ic.16aldHshift.c.mmtpdd 7.489e+42 8.71  8.71  3.359e+36 2.26e-05  5328 
TS.diHPCARP_Ic.16aldHshift.c.tptmdd 9.677e+42 8.95  8.95  2.936e+36 1.97e-05  5329 
TS.diHPCARP_Ic.16aldHshift.c.tmppdd 8.288e+42 8.94  8.94  2.545e+36 1.71e-05  5330 
TS.diHPCARP_Ic.16aldHshift.c.mmmmdd 1.338e+43 9.48  9.48  1.657e+36 1.11e-05  5331 
TS.diHPCARP_Ic.16aldHshift.c.tppmdd 8.253e+42 9.29  9.29  1.399e+36 9.41e-06  5332 
TS.diHPCARP_Ic.16aldHshift.c.ppmpdd 3.880e+43 10.41 10.41 1.018e+36 6.85e-06  5333 
TS.diHPCARP_Ic.16aldHshift.c.mpppdd 1.510e+43 10.27 10.27 5.010e+35 3.37e-06  5334 
TS.diHPCARP_Ic.16aldHshift.c.ppmmdd 5.993e+43 11.09 11.09 4.984e+35 3.35e-06  5335 
TS.diHPCARP_Ic.16aldHshift.c.tpmmdd 1.917e+43 10.44 10.44 4.783e+35 3.22e-06  5336 
TS.diHPCARP_Ic.16aldHshift.c.pptmdd 1.171e+43 10.31 10.31 3.609e+35 2.43e-06  5337 
TS.diHPCARP_Ic.16aldHshift.c.tptpdd 1.657e+43 10.59 10.59 3.198e+35 2.15e-06  5338 
TS.diHPCARP_Ic.16aldHshift.c.tpmpdd 1.922e+43 10.71 10.71 3.016e+35 2.03e-06  5339 
TS.diHPCARP_Ic.16aldHshift.c.mptmdd 8.341e+42 10.36 10.36 2.376e+35 1.6e-06   5340 
TS.diHPCARP_Ic.16aldHshift.c.tmtmdd 7.668e+42 10.89 10.89 8.966e+34 6.03e-07  5341 
TS.diHPCARP_Ic.16aldHshift.c.mptpdd 3.249e+43 14.25 14.25 1.352e+33 9.09e-09  5342 
TS.diHPCARP_Ic.16aldHshift.c.tmpmdd 4.859e+43 15.67 15.67 1.879e+32 1.26e-09  5343 
TS.diHPCARP_Ic.16aldHshift.c.mppmdd 2.576e+43 15.31 15.31 1.800e+32 1.21e-09  5344 
Total                                                     1.488e+43 100       5345 
 5346 
 5347 
 5348 
1,6-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-5349 
HPCARP-Ia), forming B (di-HPCARP-Ib) 5350 
======================================================================================5351 
=============================== 5352 
 5353 
Population analysis at 300K. Vibrational scaling: 0.971.  5354 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5355 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5356 
%: contribution to the population (with current data set assumed 100%) 5357 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         5358 
---------------------------------------------------------------------------- 5359 
TS.diHPCARP_I.16OOHHshift.a.tppmdd 3.203e+42 0.00  0.00  3.203e+42 72.1      5360 
TS.diHPCARP_I.16OOHHshift.a.tmmmuu 3.425e+43 2.81  2.81  3.068e+41 6.9       5361 
TS.diHPCARP_I.16OOHHshift.a.ttptuu 4.834e+43 3.50  3.50  1.354e+41 3.05      5362 
TS.diHPCARP_I.16OOHHshift.b.ttptuu 5.725e+43 3.73  3.73  1.100e+41 2.48      5363 
TS.diHPCARP_I.16OOHHshift.a.htppuu 6.014e+43 3.86  3.86  9.277e+40 2.09      5364 
TS.diHPCARP_I.16OOHHshift.b.htppuu 6.621e+43 4.02  4.02  7.798e+40 1.75      5365 
TS.diHPCARP_I.16OOHHshift.b.lpmtuu 3.959e+42 2.58  2.58  5.266e+40 1.18      5366 
TS.diHPCARP_I.16OOHHshift.b.tpptdd 3.177e+42 2.51  2.51  4.683e+40 1.05      5367 
TS.diHPCARP_I.16OOHHshift.b.lmmtuu 4.688e+43 4.14  4.14  4.533e+40 1.02      5368 
TS.diHPCARP_I.16OOHHshift.b.tmmmuu 4.388e+43 4.13  4.13  4.313e+40 0.97      5369 
TS.diHPCARP_I.16OOHHshift.b.tptpuu 6.553e+42 3.00  3.00  4.299e+40 0.967     5370 
TS.diHPCARP_I.16OOHHshift.b.ttmpuu 4.559e+43 4.21  4.21  3.884e+40 0.874     5371 
TS.diHPCARP_I.16OOHHshift.a.lpmpuu 7.206e+42 3.21  3.21  3.301e+40 0.743     5372 
TS.diHPCARP_I.16OOHHshift.a.ttmpuu 1.795e+43 3.87  3.87  2.741e+40 0.617     5373 
TS.diHPCARP_I.16OOHHshift.b.tptpdd 5.330e+42 3.20  3.20  2.503e+40 0.563     5374 
TS.diHPCARP_I.16OOHHshift.b.lppmuu 1.220e+43 3.69  3.69  2.500e+40 0.563     5375 
TS.diHPCARP_I.16OOHHshift.b.tmtmuu 7.281e+42 3.46  3.46  2.186e+40 0.492     5376 
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TS.diHPCARP_I.16OOHHshift.b.tttpuu 6.356e+43 5.16  5.16  1.115e+40 0.251     5377 
TS.diHPCARP_I.16OOHHshift.a.tmtpuu 4.306e+43 5.11  5.11  8.145e+39 0.183     5378 
TS.diHPCARP_I.16OOHHshift.a.tttpuu 5.875e+43 5.31  5.31  7.995e+39 0.18      5379 
TS.diHPCARP_I.16OOHHshift.a.ltmpdd 1.007e+43 4.26  4.26  7.991e+39 0.18      5380 
TS.diHPCARP_I.16OOHHshift.b.tmtmdd 2.680e+42 3.55  3.55  6.979e+39 0.157     5381 
TS.diHPCARP_I.16OOHHshift.b.tttmuu 8.501e+43 5.62  5.62  6.798e+39 0.153     5382 
TS.diHPCARP_I.16OOHHshift.a.ttmmuu 3.499e+43 5.17  5.17  6.041e+39 0.136     5383 
TS.diHPCARP_I.16OOHHshift.b.lpptuu 1.540e+43 4.79  4.79  4.991e+39 0.112     5384 
TS.diHPCARP_I.16OOHHshift.a.tmtmuu 1.081e+43 4.62  4.62  4.675e+39 0.105     5385 
TS.diHPCARP_I.16OOHHshift.b.tpmmdd 4.735e+42 4.13  4.13  4.667e+39 0.105     5386 
TS.diHPCARP_I.16OOHHshift.b.lpttuu 5.085e+43 5.63  5.63  4.052e+39 0.0912    5387 
TS.diHPCARP_I.16OOHHshift.a.cpptdd 1.591e+43 4.99  4.99  3.715e+39 0.0836    5388 
TS.diHPCARP_I.16OOHHshift.a.lmptuu 3.310e+43 5.42  5.42  3.711e+39 0.0835    5389 
TS.diHPCARP_I.16OOHHshift.a.hmppuu 3.310e+43 5.42  5.42  3.711e+39 0.0835    5390 
TS.diHPCARP_I.16OOHHshift.b.tmtpdd 1.315e+43 4.91  4.91  3.458e+39 0.0778    5391 
TS.diHPCARP_I.16OOHHshift.a.tpttdd 4.372e+43 5.66  5.66  3.307e+39 0.0744    5392 
TS.diHPCARP_I.16OOHHshift.a.tppmuu 2.716e+42 4.03  4.03  3.127e+39 0.0703    5393 
TS.diHPCARP_I.16OOHHshift.a.lpptuu 5.644e+42 4.50  4.50  2.993e+39 0.0673    5394 
TS.diHPCARP_I.16OOHHshift.a.tpmtdd 1.200e+43 5.08  5.08  2.409e+39 0.0542    5395 
TS.diHPCARP_I.16OOHHshift.a.ttttuu 6.383e+43 6.14  6.14  2.162e+39 0.0487    5396 
TS.diHPCARP_I.16OOHHshift.a.ttpmdd 1.054e+43 5.07  5.07  2.144e+39 0.0482    5397 
TS.diHPCARP_I.16OOHHshift.b.pppmuu 3.544e+42 4.59  4.59  1.608e+39 0.0362    5398 
TS.diHPCARP_I.16OOHHshift.b.lmtpuu 6.430e+43 6.46  6.46  1.268e+39 0.0285    5399 
TS.diHPCARP_I.16OOHHshift.b.tmppuu 8.886e+42 5.36  5.36  1.101e+39 0.0248    5400 
TS.diHPCARP_I.16OOHHshift.a.mptmuu 3.973e+43 6.32  6.32  9.813e+38 0.0221    5401 
TS.diHPCARP_I.16OOHHshift.b.lmppuu 2.574e+43 6.08  6.08  9.651e+38 0.0217    5402 
TS.diHPCARP_I.16OOHHshift.b.ttpmdd 1.383e+43 5.74  5.74  9.050e+38 0.0204    5403 
TS.diHPCARP_I.16OOHHshift.a.lppmuu 1.895e+43 6.03  6.03  7.647e+38 0.0172    5404 
TS.diHPCARP_I.16OOHHshift.a.cptpdd 5.214e+42 5.28  5.28  7.391e+38 0.0166    5405 
TS.diHPCARP_I.16OOHHshift.a.tmtpdd 1.594e+43 6.04  6.04  6.333e+38 0.0142    5406 
TS.diHPCARP_I.16OOHHshift.a.mpmtuu 1.031e+43 5.86  5.86  5.563e+38 0.0125    5407 
TS.diHPCARP_I.16OOHHshift.a.tmppdd 4.184e+42 5.45  5.45  4.446e+38 0.01      5408 
TS.diHPCARP_I.16OOHHshift.b.tttmdd 3.290e+43 6.71  6.71  4.289e+38 0.00965   5409 
TS.diHPCARP_I.16OOHHshift.b.cmmmuu 1.549e+43 6.28  6.28  4.093e+38 0.00921   5410 
TS.diHPCARP_I.16OOHHshift.b.hpttdd 3.654e+43 6.82  6.82  3.915e+38 0.00881   5411 
TS.diHPCARP_I.16OOHHshift.b.cpptdd 1.590e+43 6.47  6.47  3.085e+38 0.00694   5412 
TS.diHPCARP_I.16OOHHshift.b.tptmdd 2.623e+43 6.81  6.81  2.875e+38 0.00647   5413 
TS.diHPCARP_I.16OOHHshift.b.tpttdd 1.081e+43 6.34  6.34  2.621e+38 0.0059    5414 
TS.diHPCARP_I.16OOHHshift.a.tmtmdd 2.099e+43 6.82  6.82  2.258e+38 0.00508   5415 
TS.diHPCARP_I.16OOHHshift.a.ctmtdd 1.143e+44 7.97  7.97  1.790e+38 0.00403   5416 
TS.diHPCARP_I.16OOHHshift.a.ctmpdd 1.317e+43 7.36  7.36  5.703e+37 0.00128   5417 
TS.diHPCARP_I.16OOHHshift.b.tmppdd 2.949e+42 6.53  6.53  5.120e+37 0.00115   5418 
TS.diHPCARP_I.16OOHHshift.b.pmtpuu 2.813e+43 7.89  7.89  5.051e+37 0.00114   5419 
TS.diHPCARP_I.16OOHHshift.a.cptmdd 3.534e+43 8.03  8.03  5.002e+37 0.00113   5420 
TS.diHPCARP_I.16OOHHshift.b.ctptuu 4.670e+43 8.39  8.39  3.623e+37 0.000815  5421 
TS.diHPCARP_I.16OOHHshift.b.cmtpuu 3.406e+43 8.25  8.25  3.344e+37 0.000752  5422 
TS.diHPCARP_I.16OOHHshift.b.lpmpuu 5.902e+42 7.29  7.29  2.893e+37 0.000651  5423 
TS.diHPCARP_I.16OOHHshift.a.pmmpdd 6.240e+42 7.32  7.32  2.889e+37 0.00065   5424 
TS.diHPCARP_I.16OOHHshift.b.tpmmuu 7.256e+42 7.48  7.48  2.560e+37 0.000576  5425 
TS.diHPCARP_I.16OOHHshift.b.mptpdd 3.052e+42 6.99  6.99  2.465e+37 0.000555  5426 
TS.diHPCARP_I.16OOHHshift.b.cmppuu 3.147e+43 8.43  8.43  2.281e+37 0.000513  5427 
TS.diHPCARP_I.16OOHHshift.a.ctptuu 6.851e+43 9.05  9.05  1.762e+37 0.000396  5428 
TS.diHPCARP_I.16OOHHshift.a.cmmmuu 1.891e+43 8.40  8.40  1.448e+37 0.000326  5429 
TS.diHPCARP_I.16OOHHshift.b.cmtmuu 3.151e+43 8.70  8.70  1.447e+37 0.000326  5430 
TS.diHPCARP_I.16OOHHshift.b.cmmpdd 2.116e+42 7.20  7.20  1.207e+37 0.000271  5431 
TS.diHPCARP_I.16OOHHshift.b.cpttuu 5.059e+43 9.10  9.10  1.184e+37 0.000266  5432 
TS.diHPCARP_I.16OOHHshift.b.ctmtdd 2.731e+43 8.76  8.76  1.127e+37 0.000254  5433 
TS.diHPCARP_I.16OOHHshift.b.cmttdd 5.437e+43 9.25  9.25  9.882e+36 0.000222  5434 
TS.diHPCARP_I.16OOHHshift.b.ctmpuu 2.193e+43 8.73  8.73  9.601e+36 0.000216  5435 
TS.diHPCARP_I.16OOHHshift.b.cptmdd 2.564e+43 8.87  8.87  8.927e+36 0.000201  5436 
TS.diHPCARP_I.16OOHHshift.b.mpmmdd 9.715e+42 8.31  8.31  8.623e+36 0.000194  5437 
TS.diHPCARP_I.16OOHHshift.a.ctppdd 7.990e+43 9.79  9.79  5.892e+36 0.000133  5438 
TS.diHPCARP_I.16OOHHshift.a.cttmdd 4.993e+43 9.57  9.57  5.341e+36 0.00012   5439 
TS.diHPCARP_I.16OOHHshift.b.cmtmdd 3.069e+43 9.28  9.28  5.293e+36 0.000119  5440 
TS.diHPCARP_I.16OOHHshift.b.ctmmdd 2.776e+43 9.28  9.28  4.789e+36 0.000108  5441 
TS.diHPCARP_I.16OOHHshift.b.cttpuu 4.589e+43 9.93  9.93  2.695e+36 6.06e-05  5442 
TS.diHPCARP_I.16OOHHshift.b.cpppuu 1.260e+43 9.29  9.29  2.149e+36 4.84e-05  5443 
TS.diHPCARP_I.16OOHHshift.a.ctttdd 7.456e+43 10.37 10.37 2.086e+36 4.69e-05  5444 
TS.diHPCARP_I.16OOHHshift.a.cmppuu 1.486e+43 9.57  9.57  1.596e+36 3.59e-05  5445 
TS.diHPCARP_I.16OOHHshift.a.cmppdd 5.427e+42 9.12  9.12  1.236e+36 2.78e-05  5446 
TS.diHPCARP_I.16OOHHshift.a.cttpuu 6.887e+43 10.63 10.63 1.233e+36 2.77e-05  5447 
TS.diHPCARP_I.16OOHHshift.b.ctmmuu 4.387e+43 10.37 10.37 1.224e+36 2.75e-05  5448 
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TS.diHPCARP_I.16OOHHshift.b.ctpmdd 9.530e+42 9.58  9.58  9.992e+35 2.25e-05  5449 
TS.diHPCARP_I.16OOHHshift.b.cttmdd 2.820e+43 10.40 10.40 7.424e+35 1.67e-05  5450 
TS.diHPCARP_I.16OOHHshift.a.cmtpuu 3.696e+43 10.58 10.58 7.286e+35 1.64e-05  5451 
TS.diHPCARP_I.16OOHHshift.b.cpmpuu 6.146e+42 9.56  9.56  6.648e+35 1.5e-05   5452 
TS.diHPCARP_I.16OOHHshift.a.cmtmuu 4.041e+43 10.88 10.88 4.824e+35 1.09e-05  5453 
TS.diHPCARP_I.16OOHHshift.b.ctppdd 1.317e+43 10.68 10.68 2.202e+35 4.95e-06  5454 
TS.diHPCARP_I.16OOHHshift.a.pmttdd 4.292e+43 11.43 11.43 2.032e+35 4.57e-06  5455 
TS.diHPCARP_I.16OOHHshift.b.cpppdd 9.840e+43 12.13 12.13 1.425e+35 3.21e-06  5456 
TS.diHPCARP_I.16OOHHshift.b.pptmuu 4.797e+43 14.21 14.21 2.130e+33 4.79e-08  5457 
TS.diHPCARP_I.16OOHHshift.a.tpppuu 2.644e+42 13.85 13.85 2.144e+32 4.82e-09  5458 
TS.diHPCARP_I.16OOHHshift.b.hpttuu 3.811e+42 14.96 14.96 4.830e+31 1.09e-09  5459 
Total                                                    4.445e+42 100       5460 
 5461 
 5462 
 5463 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-5464 
HPCARP-Ia), forming C (di-HPCARP-Ic) 5465 
======================================================================================5466 
=============================== 5467 
 5468 
Population analysis at 300K. Vibrational scaling: 0.971.  5469 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5470 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5471 
%: contribution to the population (with current data set assumed 100%) 5472 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         5473 
---------------------------------------------------------------------------- 5474 
TS.diHPCARP_I.17OOHHshift.BB.hpddd 5.194e+42 0.00  0.00  5.194e+42 91.1      5475 
TS.diHPCARP_I.17OOHHshift.BB.tmudd 3.080e+42 1.32  1.32  3.374e+41 5.92      5476 
TS.diHPCARP_I.17OOHHshift.BB.ltddd 3.217e+43 3.61  3.61  7.482e+40 1.31      5477 
TS.diHPCARP_I.17OOHHshift.BB.ltduu 2.880e+42 2.50  2.50  4.368e+40 0.766     5478 
TS.diHPCARP_I.17OOHHshift.BB.lpudd 1.308e+43 4.05  4.05  1.454e+40 0.255     5479 
TS.diHPCARP_I.17OOHHshift.CR.hmddd 3.816e+42 3.57  3.57  9.491e+39 0.166     5480 
TS.diHPCARP_I.17OOHHshift.BB.lmduu 1.117e+43 4.56  4.56  5.311e+39 0.0932    5481 
TS.diHPCARP_I.17OOHHshift.BB.hmddd 9.960e+42 4.54  4.54  4.884e+39 0.0857    5482 
TS.diHPCARP_I.17OOHHshift.BB.lmuuu 1.117e+43 4.67  4.67  4.393e+39 0.0771    5483 
TS.diHPCARP_I.17OOHHshift.BB.hpudd 4.287e+42 4.14  4.14  4.101e+39 0.0719    5484 
TS.diHPCARP_I.17OOHHshift.BB.lpuuu 2.788e+42 4.08  4.08  2.997e+39 0.0526    5485 
TS.diHPCARP_I.17OOHHshift.BB.tpduu 4.959e+42 4.62  4.62  2.121e+39 0.0372    5486 
TS.diHPCARP_I.17OOHHshift.BC.tmuuu 1.125e+43 5.61  5.61  9.235e+38 0.0162    5487 
TS.diHPCARP_I.17OOHHshift.BB.ctddd 2.224e+43 6.33  6.33  5.446e+38 0.00955   5488 
TS.diHPCARP_I.17OOHHshift.BB.cmddd 1.495e+43 6.13  6.13  5.157e+38 0.00905   5489 
TS.diHPCARP_I.17OOHHshift.CR.hmudd 8.572e+42 5.81  5.81  5.050e+38 0.00886   5490 
TS.diHPCARP_I.17OOHHshift.BB.cpudd 1.268e+43 6.39  6.39  2.812e+38 0.00493   5491 
TS.diHPCARP_I.17OOHHshift.BC.ttuuu 1.962e+43 7.34  7.34  8.886e+37 0.00156   5492 
TS.diHPCARP_I.17OOHHshift.BB.tmuuu 3.297e+42 6.69  6.69  4.384e+37 0.000769  5493 
TS.diHPCARP_I.17OOHHshift.BC.hmduu 1.489e+43 7.88  7.88  2.713e+37 0.000476  5494 
TS.diHPCARP_I.17OOHHshift.BC.lmduu 5.321e+42 7.32  7.32  2.471e+37 0.000433  5495 
TS.diHPCARP_I.17OOHHshift.BC.lpuuu 1.420e+43 8.34  8.34  1.186e+37 0.000208  5496 
TS.diHPCARP_I.17OOHHshift.BC.tpduu 4.037e+42 7.87  7.87  7.507e+36 0.000132  5497 
TS.diHPCARP_I.17OOHHshift.CR.ltudd 2.165e+43 9.57  9.57  2.295e+36 4.03e-05  5498 
TS.diHPCARP_I.17OOHHshift.BC.ctduu 2.369e+43 10.12 10.12 1.001e+36 1.76e-05  5499 
TS.diHPCARP_I.17OOHHshift.BB.cpduu 7.709e+42 9.52  9.52  8.959e+35 1.57e-05  5500 
TS.diHPCARP_I.17OOHHshift.BC.cpuuu 9.667e+42 10.39 10.39 2.605e+35 4.57e-06  5501 
TS.diHPCARP_I.17OOHHshift.BC.tmudd 3.452e+42 10.93 10.93 3.789e+34 6.65e-07  5502 
TS.diHPCARP_I.17OOHHshift.BB.cmuuu 4.666e+42 11.20 11.20 3.262e+34 5.72e-07  5503 
TS.diHPCARP_I.17OOHHshift.BC.ttudd 9.870e+42 12.24 12.24 1.206e+34 2.12e-07  5504 
TS.diHPCARP_I.17OOHHshift.BC.tpddd 4.665e+42 12.59 12.59 3.165e+33 5.55e-08  5505 
TS.diHPCARP_I.17OOHHshift.BC.ppddd 3.165e+43 14.33 14.33 1.155e+33 2.03e-08  5506 
TS.diHPCARP_I.17OOHHshift.BC.cmudd 5.451e+42 15.30 15.30 3.880e+31 6.81e-10  5507 
TS.diHPCARP_I.17OOHHshift.BC.ctudd 1.713e+43 16.70 16.70 1.168e+31 2.05e-10  5508 
TS.diHPCARP_I.17OOHHshift.BC.cpddd 3.960e+42 16.98 16.98 1.694e+30 2.97e-11  5509 
Total                                                    5.701e+42 100       5510 
 5511 
 5512 
 5513 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-5514 
HPCARP-Ib), forming C (di-HPCARP-Ic) 5515 
======================================================================================5516 
=============================== 5517 
 5518 
Population analysis at 300K. Vibrational scaling: 0.971.  5519 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5520 
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n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5521 
%: contribution to the population (with current data set assumed 100%) 5522 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         5523 
----------------------------------------------------------------------------- 5524 
TS.diHPCARP_Ib.16OOHHshift.b.htpmuu 5.868e+42 0.23  0.23  4.009e+42 25.6      5525 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmdd 3.629e+42 0.00  0.00  3.629e+42 23.2      5526 
TS.diHPCARP_Ib.16OOHHshift.b.ctmpuu 6.442e+42 0.56  0.56  2.503e+42 16        5527 
TS.diHPCARP_Ib.16OOHHshift.b.hpmmuu 1.449e+43 1.32  1.32  1.577e+42 10.1      5528 
TS.diHPCARP_Ib.16OOHHshift.a.hpmmuu 9.669e+42 1.24  1.24  1.203e+42 7.69      5529 
TS.diHPCARP_Ib.16OOHHshift.a.lmppdd 5.387e+42 1.38  1.38  5.350e+41 3.42      5530 
TS.diHPCARP_Ib.16OOHHshift.b.ctpmuu 2.587e+43 2.32  2.32  5.264e+41 3.37      5531 
TS.diHPCARP_Ib.16OOHHshift.b.cptpuu 9.959e+42 2.05  2.05  3.210e+41 2.05      5532 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpdd 3.986e+42 1.77  1.77  2.049e+41 1.31      5533 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpuu 2.515e+43 3.17  3.17  1.229e+41 0.786     5534 
TS.diHPCARP_Ib.16OOHHshift.a.hptpuu 1.282e+43 2.95  2.95  9.051e+40 0.579     5535 
TS.diHPCARP_Ib.16OOHHshift.a.ctmmuu 1.782e+43 3.16  3.16  8.829e+40 0.565     5536 
TS.diHPCARP_Ib.16OOHHshift.b.cpmmuu 4.083e+43 3.71  3.71  8.157e+40 0.522     5537 
TS.diHPCARP_Ib.16OOHHshift.b.hptpuu 1.737e+43 3.24  3.24  7.533e+40 0.482     5538 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmuu 1.303e+43 3.09  3.09  7.354e+40 0.47      5539 
TS.diHPCARP_Ib.16OOHHshift.b.lmppdd 9.194e+42 3.00  3.00  5.975e+40 0.382     5540 
TS.diHPCARP_Ib.16OOHHshift.a.cpmmuu 2.350e+43 3.79  3.79  4.058e+40 0.26      5541 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpuu 1.360e+43 3.49  3.49  3.892e+40 0.249     5542 
TS.diHPCARP_Ib.16OOHHshift.b.ctmmuu 3.022e+43 4.08  4.08  3.236e+40 0.207     5543 
TS.diHPCARP_Ib.16OOHHshift.b.pttpdd 3.288e+43 4.17  4.17  3.028e+40 0.194     5544 
TS.diHPCARP_Ib.16OOHHshift.a.httpuu 9.968e+42 3.48  3.48  2.891e+40 0.185     5545 
TS.diHPCARP_Ib.16OOHHshift.b.mmpmuu 2.766e+43 4.12  4.12  2.757e+40 0.176     5546 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmdd 7.153e+42 3.32  3.32  2.707e+40 0.173     5547 
TS.diHPCARP_Ib.16OOHHshift.a.ctppuu 1.865e+43 3.93  3.93  2.554e+40 0.163     5548 
TS.diHPCARP_Ib.16OOHHshift.b.cttmuu 4.004e+43 4.42  4.42  2.404e+40 0.154     5549 
TS.diHPCARP_Ib.16OOHHshift.b.pptpdd 9.797e+42 3.64  3.64  2.194e+40 0.14      5550 
TS.diHPCARP_Ib.16OOHHshift.a.mttmuu 2.659e+43 4.24  4.24  2.150e+40 0.138     5551 
TS.diHPCARP_Ib.16OOHHshift.a.mmpmuu 2.371e+43 4.22  4.22  2.009e+40 0.128     5552 
TS.diHPCARP_Ib.16OOHHshift.b.ctppuu 2.834e+43 4.35  4.35  1.912e+40 0.122     5553 
TS.diHPCARP_Ib.16OOHHshift.a.mtmpuu 1.070e+43 3.78  3.78  1.886e+40 0.121     5554 
TS.diHPCARP_Ib.16OOHHshift.b.lpmmuu 8.037e+43 4.99  4.99  1.852e+40 0.118     5555 
TS.diHPCARP_Ib.16OOHHshift.b.mmmpuu 1.678e+43 4.09  4.09  1.748e+40 0.112     5556 
TS.diHPCARP_Ib.16OOHHshift.a.htmmuu 8.347e+42 3.74  3.74  1.564e+40 0.1       5557 
TS.diHPCARP_Ib.16OOHHshift.b.httpuu 1.742e+43 4.19  4.19  1.539e+40 0.0984    5558 
TS.diHPCARP_Ib.16OOHHshift.a.lptpuu 5.464e+43 5.07  5.07  1.101e+40 0.0704    5559 
TS.diHPCARP_Ib.16OOHHshift.b.mmtpuu 1.441e+43 4.29  4.29  1.072e+40 0.0686    5560 
TS.diHPCARP_Ib.16OOHHshift.a.lptmuu 3.437e+43 4.85  4.85  1.014e+40 0.0648    5561 
TS.diHPCARP_Ib.16OOHHshift.a.mmtpuu 1.519e+43 4.63  4.63  6.489e+39 0.0415    5562 
TS.diHPCARP_Ib.16OOHHshift.b.mmtmuu 1.316e+43 4.63  4.63  5.560e+39 0.0356    5563 
TS.diHPCARP_Ib.16OOHHshift.a.cmppdd 1.996e+43 4.90  4.90  5.351e+39 0.0342    5564 
TS.diHPCARP_Ib.16OOHHshift.b.lptmuu 3.842e+43 5.38  5.38  4.643e+39 0.0297    5565 
TS.diHPCARP_Ib.16OOHHshift.b.htmmuu 1.059e+43 4.72  4.72  3.843e+39 0.0246    5566 
TS.diHPCARP_Ib.16OOHHshift.a.mmtmuu 1.390e+43 4.96  4.96  3.383e+39 0.0216    5567 
TS.diHPCARP_Ib.16OOHHshift.b.lmtmdd 8.045e+42 4.65  4.65  3.289e+39 0.021     5568 
TS.diHPCARP_Ib.16OOHHshift.b.mmppuu 1.982e+43 5.23  5.23  3.050e+39 0.0195    5569 
TS.diHPCARP_Ib.16OOHHshift.a.lptmdd 3.896e+42 4.29  4.29  2.939e+39 0.0188    5570 
TS.diHPCARP_Ib.16OOHHshift.b.lptpuu 4.170e+43 5.74  5.74  2.752e+39 0.0176    5571 
TS.diHPCARP_Ib.16OOHHshift.a.lpppdd 5.804e+42 4.60  4.60  2.598e+39 0.0166    5572 
TS.diHPCARP_Ib.16OOHHshift.b.lptmdd 6.216e+42 4.79  4.79  2.031e+39 0.013     5573 
TS.diHPCARP_Ib.16OOHHshift.a.mmppuu 1.739e+43 5.41  5.41  1.985e+39 0.0127    5574 
TS.diHPCARP_Ib.16OOHHshift.a.hmtpdd 2.801e+43 5.80  5.80  1.679e+39 0.0107    5575 
TS.diHPCARP_Ib.16OOHHshift.b.hmtmdd 2.794e+43 5.96  5.96  1.270e+39 0.00812   5576 
TS.diHPCARP_Ib.16OOHHshift.b.mmmmuu 4.421e+43 6.26  6.26  1.208e+39 0.00772   5577 
TS.diHPCARP_Ib.16OOHHshift.b.lpppuu 3.240e+43 6.13  6.13  1.111e+39 0.00711   5578 
TS.diHPCARP_Ib.16OOHHshift.a.lpppuu 3.268e+43 6.19  6.19  1.015e+39 0.00649   5579 
TS.diHPCARP_Ib.16OOHHshift.b.lpppdd 7.043e+42 5.32  5.32  9.326e+38 0.00596   5580 
TS.diHPCARP_Ib.16OOHHshift.a.hmtmdd 3.799e+43 6.36  6.36  8.883e+38 0.00568   5581 
TS.diHPCARP_Ib.16OOHHshift.b.hptmuu 3.841e+43 6.48  6.48  7.252e+38 0.00464   5582 
TS.diHPCARP_Ib.16OOHHshift.a.htppuu 2.580e+43 6.55  6.55  4.370e+38 0.00279   5583 
TS.diHPCARP_Ib.16OOHHshift.a.hmtpuu 8.208e+42 5.89  5.89  4.231e+38 0.00271   5584 
TS.diHPCARP_Ib.16OOHHshift.b.hmtpuu 9.724e+42 6.01  6.01  4.068e+38 0.0026    5585 
TS.diHPCARP_Ib.16OOHHshift.a.cpppuu 2.007e+43 6.56  6.56  3.312e+38 0.00212   5586 
TS.diHPCARP_Ib.16OOHHshift.a.pttmuu 2.073e+43 6.59  6.59  3.269e+38 0.00209   5587 
TS.diHPCARP_Ib.16OOHHshift.a.hmmmuu 8.189e+42 6.14  6.14  2.745e+38 0.00176   5588 
TS.diHPCARP_Ib.16OOHHshift.b.hmmmuu 9.304e+42 6.25  6.25  2.621e+38 0.00168   5589 
TS.diHPCARP_Ib.16OOHHshift.a.hmmmdd 1.575e+43 6.61  6.61  2.407e+38 0.00154   5590 
TS.diHPCARP_Ib.16OOHHshift.b.cpppuu 2.255e+43 7.00  7.00  1.791e+38 0.00115   5591 
TS.diHPCARP_Ib.16OOHHshift.b.cppmuu 3.816e+43 7.34  7.34  1.713e+38 0.0011    5592 
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TS.diHPCARP_Ib.16OOHHshift.a.mmmmuu 2.469e+43 7.10  7.10  1.651e+38 0.00106   5593 
TS.diHPCARP_Ib.16OOHHshift.b.htmpuu 1.323e+43 6.79  6.79  1.504e+38 0.000962  5594 
TS.diHPCARP_Ib.16OOHHshift.b.cptmuu 3.200e+43 7.32  7.32  1.492e+38 0.000954  5595 
TS.diHPCARP_Ib.16OOHHshift.a.cptmuu 2.819e+43 7.29  7.29  1.379e+38 0.000882  5596 
TS.diHPCARP_Ib.16OOHHshift.b.lmtpdd 2.538e+43 7.30  7.30  1.223e+38 0.000782  5597 
TS.diHPCARP_Ib.16OOHHshift.b.htppuu 2.756e+43 7.46  7.46  1.011e+38 0.000647  5598 
TS.diHPCARP_Ib.16OOHHshift.a.htmpuu 6.202e+43 8.28  8.28  5.728e+37 0.000366  5599 
TS.diHPCARP_Ib.16OOHHshift.a.cmmmdd 1.251e+43 7.37  7.37  5.367e+37 0.000343  5600 
TS.diHPCARP_Ib.16OOHHshift.a.mmtpdd 2.512e+43 7.86  7.86  4.730e+37 0.000303  5601 
TS.diHPCARP_Ib.16OOHHshift.a.lmtpdd 2.554e+43 8.10  8.10  3.206e+37 0.000205  5602 
TS.diHPCARP_Ib.16OOHHshift.a.lmmmdd 1.504e+43 8.01  8.01  2.204e+37 0.000141  5603 
TS.diHPCARP_Ib.16OOHHshift.a.ltpmdd 5.092e+42 7.50  7.50  1.754e+37 0.000112  5604 
TS.diHPCARP_Ib.16OOHHshift.b.cmppdd 1.653e+43 8.22  8.22  1.700e+37 0.000109  5605 
TS.diHPCARP_Ib.16OOHHshift.a.lpmpdd 8.618e+42 7.90  7.90  1.526e+37 9.76e-05  5606 
TS.diHPCARP_Ib.16OOHHshift.a.lpmmdd 1.928e+43 8.58  8.58  1.078e+37 6.9e-05   5607 
TS.diHPCARP_Ib.16OOHHshift.b.lpmpdd 2.166e+43 8.76  8.76  8.954e+36 5.73e-05  5608 
TS.diHPCARP_Ib.16OOHHshift.b.tpmpdd 2.232e+43 9.00  9.00  6.230e+36 3.98e-05  5609 
TS.diHPCARP_Ib.16OOHHshift.b.mpppdd 5.383e+42 8.30  8.30  4.834e+36 3.09e-05  5610 
TS.diHPCARP_Ib.16OOHHshift.a.hmppuu 3.320e+43 9.48  9.48  4.105e+36 2.63e-05  5611 
TS.diHPCARP_Ib.16OOHHshift.b.hmpmuu 4.292e+43 9.65  9.65  4.008e+36 2.56e-05  5612 
TS.diHPCARP_Ib.16OOHHshift.a.lppmdd 5.012e+42 8.69  8.69  2.346e+36 1.5e-05   5613 
TS.diHPCARP_Ib.16OOHHshift.a.hmpmuu 1.973e+43 9.59  9.59  2.024e+36 1.29e-05  5614 
TS.diHPCARP_Ib.16OOHHshift.b.lptpdd 1.066e+43 10.95 10.95 1.129e+35 7.22e-07  5615 
TS.diHPCARP_Ib.16OOHHshift.b.hmtmuu 2.227e+43 11.67 11.67 7.006e+34 4.48e-07  5616 
TS.diHPCARP_Ib.16OOHHshift.a.hmtmuu 2.121e+43 11.65 11.65 6.916e+34 4.42e-07  5617 
TS.diHPCARP_Ib.16OOHHshift.a.lptpdd 8.857e+42 11.19 11.19 6.235e+34 3.99e-07  5618 
TS.diHPCARP_Ib.16OOHHshift.b.cmtpdd 2.005e+43 11.91 11.91 4.233e+34 2.71e-07  5619 
Total                                                     1.564e+43 100       5620 
 5621 
 5622 
 5623 
1,4-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-5624 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 5625 
======================================================================================5626 
======================================================= 5627 
 5628 
Population analysis at 300K. Vibrational scaling: 0.971.  5629 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5630 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5631 
%: contribution to the population (with current data set assumed 100%) 5632 
Compound                         Qtot      Erel  Erel2 n*Q*MB    %         5633 
-------------------------------------------------------------------------- 5634 
TS.diHPCARP_I.14HPHshift.mtmmmtu 3.231e+42 0.00  0.00  3.231e+42 43.8      5635 
TS.diHPCARP_I.14HPHshift.mmmmmtu 5.248e+42 0.36  0.36  2.854e+42 38.7      5636 
TS.diHPCARP_I.14HPHshift.mmtmmtu 4.996e+42 1.18  1.18  6.941e+41 9.41      5637 
TS.diHPCARP_I.14HPHshift.mmmmptu 5.757e+42 1.95  1.95  2.192e+41 2.97      5638 
TS.diHPCARP_I.14HPHshift.mtmmptu 5.893e+42 2.15  2.15  1.612e+41 2.19      5639 
TS.diHPCARP_I.14HPHshift.mmtmptu 5.845e+42 2.56  2.56  7.925e+40 1.07      5640 
TS.diHPCARP_I.14HPHshift.mtpmmtu 1.649e+43 3.67  3.67  3.476e+40 0.471     5641 
TS.diHPCARP_I.14HPHshift.mtpmptu 2.583e+43 4.32  4.32  1.846e+40 0.25      5642 
TS.diHPCARP_I.14HPHshift.pmpmmmu 8.977e+42 3.78  3.78  1.595e+40 0.216     5643 
TS.diHPCARP_I.14HPHshift.mmmpptu 2.257e+43 4.37  4.37  1.474e+40 0.2       5644 
TS.diHPCARP_I.14HPHshift.mmmpppu 7.145e+43 5.18  5.18  1.198e+40 0.162     5645 
TS.diHPCARP_I.14HPHshift.mmtpptu 2.228e+43 4.52  4.52  1.127e+40 0.153     5646 
TS.diHPCARP_I.14HPHshift.pmpmmpu 7.454e+42 4.17  4.17  6.782e+39 0.0919    5647 
TS.diHPCARP_I.14HPHshift.pmpmptu 7.278e+42 4.28  4.28  5.549e+39 0.0752    5648 
TS.diHPCARP_I.14HPHshift.pmpmtpu 2.615e+43 5.14  5.14  4.687e+39 0.0635    5649 
TS.diHPCARP_I.14HPHshift.mmmtmtu 3.976e+43 6.28  6.28  1.065e+39 0.0144    5650 
TS.diHPCARP_I.14HPHshift.mmmpmmu 1.434e+44 7.09  7.09  9.777e+38 0.0133    5651 
TS.diHPCARP_I.14HPHshift.pmppptu 7.507e+42 5.39  5.39  8.844e+38 0.012     5652 
TS.diHPCARP_I.14HPHshift.mmmtmmu 1.158e+44 7.05  7.05  8.497e+38 0.0115    5653 
TS.diHPCARP_I.14HPHshift.mmmptmu 9.667e+43 7.03  7.03  7.284e+38 0.00987   5654 
TS.diHPCARP_I.14HPHshift.mmmtptu 3.544e+43 6.44  6.44  7.229e+38 0.0098    5655 
TS.diHPCARP_I.14HPHshift.mpmpptu 1.258e+43 5.83  5.83  7.163e+38 0.00971   5656 
TS.diHPCARP_I.14HPHshift.mtppptu 7.414e+43 6.95  6.95  6.428e+38 0.00871   5657 
TS.diHPCARP_I.14HPHshift.pmpmtmu 3.280e+43 6.55  6.55  5.548e+38 0.00752   5658 
TS.diHPCARP_I.14HPHshift.mmtpppu 7.164e+43 7.06  7.06  5.186e+38 0.00703   5659 
TS.diHPCARP_I.14HPHshift.mtmtmtu 2.638e+43 6.49  6.49  4.902e+38 0.00665   5660 
TS.diHPCARP_I.14HPHshift.pmppppu 1.738e+43 6.27  6.27  4.682e+38 0.00635   5661 
TS.diHPCARP_I.14HPHshift.mtmmppu 1.395e+43 6.16  6.16  4.510e+38 0.00611   5662 
TS.diHPCARP_I.14HPHshift.mtppppu 1.604e+44 7.62  7.62  4.504e+38 0.00611   5663 
TS.diHPCARP_I.14HPHshift.mmttmtu 5.178e+43 7.08  7.08  3.585e+38 0.00486   5664 
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TS.diHPCARP_I.14HPHshift.mmmpmtu 1.769e+43 6.45  6.45  3.550e+38 0.00481   5665 
TS.diHPCARP_I.14HPHshift.mmmptpu 8.063e+43 7.36  7.36  3.515e+38 0.00477   5666 
TS.diHPCARP_I.14HPHshift.mmtpmtu 8.804e+42 6.28  6.28  2.338e+38 0.00317   5667 
TS.diHPCARP_I.14HPHshift.pmptmtu 1.310e+43 6.59  6.59  2.082e+38 0.00282   5668 
TS.diHPCARP_I.14HPHshift.tmpmmmu 3.796e+43 7.29  7.29  1.871e+38 0.00254   5669 
TS.diHPCARP_I.14HPHshift.pmptptu 1.100e+43 6.55  6.55  1.862e+38 0.00252   5670 
TS.diHPCARP_I.14HPHshift.mmmmttu 6.870e+43 7.87  7.87  1.267e+38 0.00172   5671 
TS.diHPCARP_I.14HPHshift.mpmpppu 2.574e+43 7.30  7.30  1.248e+38 0.00169   5672 
TS.diHPCARP_I.14HPHshift.mmtmmmu 7.303e+43 7.93  7.93  1.214e+38 0.00165   5673 
TS.diHPCARP_I.14HPHshift.pmppmmu 1.557e+43 7.05  7.05  1.130e+38 0.00153   5674 
TS.diHPCARP_I.14HPHshift.mmtmtpu 9.259e+43 8.13  8.13  1.102e+38 0.00149   5675 
TS.diHPCARP_I.14HPHshift.mmtptmu 1.217e+44 8.31  8.31  1.071e+38 0.00145   5676 
TS.diHPCARP_I.14HPHshift.mtmmtpu 8.660e+43 8.19  8.19  9.321e+37 0.00126   5677 
TS.diHPCARP_I.14HPHshift.mmttpmu 3.453e+43 7.68  7.68  8.801e+37 0.00119   5678 
TS.diHPCARP_I.14HPHshift.mtptmpu 4.605e+43 7.94  7.94  7.596e+37 0.00103   5679 
TS.diHPCARP_I.14HPHshift.mmttmmu 8.400e+43 8.33  8.33  7.223e+37 0.000979  5680 
TS.diHPCARP_I.14HPHshift.mmtptpu 1.365e+44 8.65  8.65  6.781e+37 0.000919  5681 
TS.diHPCARP_I.14HPHshift.ttpmppu 7.813e+43 8.34  8.34  6.576e+37 0.000891  5682 
TS.diHPCARP_I.14HPHshift.mmmttpu 9.202e+43 8.44  8.44  6.507e+37 0.000882  5683 
TS.diHPCARP_I.14HPHshift.mpptmmu 6.472e+43 8.24  8.24  6.421e+37 0.00087   5684 
TS.diHPCARP_I.14HPHshift.pmpptmu 2.842e+43 7.76  7.76  6.337e+37 0.000859  5685 
TS.diHPCARP_I.14HPHshift.tmmmmmu 3.038e+43 7.82  7.82  6.150e+37 0.000834  5686 
TS.diHPCARP_I.14HPHshift.mptpptu 8.026e+43 8.44  8.44  5.660e+37 0.000767  5687 
TS.diHPCARP_I.14HPHshift.mmppmmu 1.473e+44 8.82  8.82  5.525e+37 0.000749  5688 
TS.diHPCARP_I.14HPHshift.mmmttmu 1.589e+44 8.92  8.92  5.057e+37 0.000685  5689 
TS.diHPCARP_I.14HPHshift.ttmmmmu 4.186e+43 8.23  8.23  4.254e+37 0.000577  5690 
TS.diHPCARP_I.14HPHshift.ttmmmtu 4.535e+43 8.28  8.28  4.193e+37 0.000568  5691 
TS.diHPCARP_I.14HPHshift.tmmpptu 2.372e+43 7.91  7.91  4.103e+37 0.000556  5692 
TS.diHPCARP_I.14HPHshift.mmpmttu 6.609e+43 8.63  8.63  3.397e+37 0.00046   5693 
TS.diHPCARP_I.14HPHshift.mtpptmu 2.491e+44 9.44  9.44  3.335e+37 0.000452  5694 
TS.diHPCARP_I.14HPHshift.mpmmtpu 2.439e+43 8.05  8.05  3.309e+37 0.000449  5695 
TS.diHPCARP_I.14HPHshift.mtptmmu 1.367e+44 9.12  9.12  3.092e+37 0.000419  5696 
TS.diHPCARP_I.14HPHshift.mtptptu 8.450e+43 8.95  8.95  2.564e+37 0.000348  5697 
TS.diHPCARP_I.14HPHshift.mtmtmmu 5.465e+43 8.76  8.76  2.252e+37 0.000305  5698 
TS.diHPCARP_I.14HPHshift.mtmpttu 2.104e+44 9.64  9.64  1.997e+37 0.000271  5699 
TS.diHPCARP_I.14HPHshift.mtpmtmu 1.854e+44 9.61  9.61  1.858e+37 0.000252  5700 
TS.diHPCARP_I.14HPHshift.mtmtppu 4.129e+43 8.75  8.75  1.750e+37 0.000237  5701 
TS.diHPCARP_I.14HPHshift.mpmtmtu 2.164e+43 8.39  8.39  1.678e+37 0.000227  5702 
TS.diHPCARP_I.14HPHshift.mpmptmu 3.995e+43 8.80  8.80  1.564e+37 0.000212  5703 
TS.diHPCARP_I.14HPHshift.tmmpppu 9.489e+43 9.36  9.36  1.440e+37 0.000195  5704 
TS.diHPCARP_I.14HPHshift.mtppmtu 3.700e+43 8.81  8.81  1.405e+37 0.00019   5705 
TS.diHPCARP_I.14HPHshift.mmtttpu 1.211e+44 9.53  9.53  1.377e+37 0.000187  5706 
TS.diHPCARP_I.14HPHshift.mtppmmu 2.112e+44 9.99  9.99  1.121e+37 0.000152  5707 
TS.diHPCARP_I.14HPHshift.mmtttmu 1.274e+44 9.71  9.71  1.080e+37 0.000146  5708 
TS.diHPCARP_I.14HPHshift.tmtpptu 3.349e+43 8.98  8.98  9.697e+36 0.000131  5709 
TS.diHPCARP_I.14HPHshift.mmpmppu 3.026e+43 8.98  8.98  8.748e+36 0.000119  5710 
TS.diHPCARP_I.14HPHshift.tmmmtpu 1.094e+44 9.75  9.75  8.681e+36 0.000118  5711 
TS.diHPCARP_I.14HPHshift.mmttppu 9.638e+43 9.74  9.74  7.773e+36 0.000105  5712 
TS.diHPCARP_I.14HPHshift.pmpttpu 8.225e+43 9.74  9.74  6.642e+36 9e-05     5713 
TS.diHPCARP_I.14HPHshift.mpmmmmu 1.086e+43 8.63  8.63  5.595e+36 7.58e-05  5714 
TS.diHPCARP_I.14HPHshift.ttpmmmu 7.549e+43 9.81  9.81  5.386e+36 7.3e-05   5715 
TS.diHPCARP_I.14HPHshift.ptpmmmu 3.602e+43 9.40  9.40  5.106e+36 6.92e-05  5716 
TS.diHPCARP_I.14HPHshift.mtptmtu 2.335e+44 10.56 10.56 4.776e+36 6.47e-05  5717 
TS.diHPCARP_I.14HPHshift.ttmmptu 1.903e+43 9.19  9.19  3.825e+36 5.18e-05  5718 
TS.diHPCARP_I.14HPHshift.mpmttmu 1.405e+43 9.06  9.06  3.507e+36 4.75e-05  5719 
TS.diHPCARP_I.14HPHshift.mtmttmu 9.650e+43 10.21 10.21 3.501e+36 4.75e-05  5720 
TS.diHPCARP_I.14HPHshift.mtpttpu 2.064e+44 10.74 10.74 3.085e+36 4.18e-05  5721 
TS.diHPCARP_I.14HPHshift.pmptppu 1.316e+44 10.50 10.50 2.949e+36 4e-05     5722 
TS.diHPCARP_I.14HPHshift.ptppptu 5.641e+43 10.02 10.02 2.813e+36 3.81e-05  5723 
TS.diHPCARP_I.14HPHshift.tmmtmtu 5.986e+43 10.10 10.10 2.619e+36 3.55e-05  5724 
TS.diHPCARP_I.14HPHshift.ttpmptu 7.251e+43 10.23 10.23 2.580e+36 3.5e-05   5725 
TS.diHPCARP_I.14HPHshift.tmmtptu 5.845e+43 10.13 10.13 2.436e+36 3.3e-05   5726 
TS.diHPCARP_I.14HPHshift.mpmtmmu 5.965e+43 10.23 10.23 2.109e+36 2.86e-05  5727 
TS.diHPCARP_I.14HPHshift.mtpttmu 1.330e+44 10.74 10.74 2.009e+36 2.72e-05  5728 
TS.diHPCARP_I.14HPHshift.ttttptu 9.085e+43 10.59 10.59 1.743e+36 2.36e-05  5729 
TS.diHPCARP_I.14HPHshift.mpmtpmu 2.265e+43 9.78  9.78  1.693e+36 2.29e-05  5730 
TS.diHPCARP_I.14HPHshift.ttpmtmu 1.501e+44 10.91 10.91 1.693e+36 2.29e-05  5731 
TS.diHPCARP_I.14HPHshift.tmmptmu 1.062e+44 10.79 10.79 1.455e+36 1.97e-05  5732 
TS.diHPCARP_I.14HPHshift.tmmpmtu 1.733e+43 9.73  9.73  1.405e+36 1.9e-05   5733 
TS.diHPCARP_I.14HPHshift.tmtmptu 6.978e+43 10.58 10.58 1.364e+36 1.85e-05  5734 
TS.diHPCARP_I.14HPHshift.mtmttpu 9.094e+43 10.93 10.93 9.878e+35 1.34e-05  5735 
TS.diHPCARP_I.14HPHshift.tmmpmmu 1.014e+44 11.21 11.21 6.936e+35 9.4e-06   5736 
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TS.diHPCARP_I.14HPHshift.ttpmtpu 2.445e+44 11.74 11.74 6.816e+35 9.24e-06  5737 
TS.diHPCARP_I.14HPHshift.ptmpppu 1.325e+44 11.41 11.41 6.452e+35 8.75e-06  5738 
TS.diHPCARP_I.14HPHshift.ttmmtpu 8.189e+43 11.26 11.26 5.103e+35 6.92e-06  5739 
TS.diHPCARP_I.14HPHshift.ttmtmtu 2.145e+43 10.95 10.95 2.266e+35 3.07e-06  5740 
TS.diHPCARP_I.14HPHshift.tmmttpu 1.739e+44 12.27 12.27 2.013e+35 2.73e-06  5741 
TS.diHPCARP_I.14HPHshift.ttptmtu 4.729e+43 11.50 11.50 1.986e+35 2.69e-06  5742 
TS.diHPCARP_I.14HPHshift.tmmttmu 2.639e+44 12.53 12.53 1.975e+35 2.68e-06  5743 
TS.diHPCARP_I.14HPHshift.ptppmtu 3.897e+43 11.68 11.68 1.203e+35 1.63e-06  5744 
TS.diHPCARP_I.14HPHshift.tmttmmu 1.709e+44 12.78 12.78 8.360e+34 1.13e-06  5745 
TS.diHPCARP_I.14HPHshift.ttpptmu 1.785e+44 12.84 12.84 7.883e+34 1.07e-06  5746 
TS.diHPCARP_I.14HPHshift.ttptptu 7.279e+43 12.50 12.50 5.750e+34 7.79e-07  5747 
TS.diHPCARP_I.14HPHshift.ttppppu 1.067e+44 12.99 12.99 3.702e+34 5.02e-07  5748 
TS.diHPCARP_I.14HPHshift.mpmtppu 2.890e+43 12.24 12.24 3.478e+34 4.71e-07  5749 
TS.diHPCARP_I.14HPHshift.ttptmmu 1.007e+44 13.04 13.04 3.190e+34 4.32e-07  5750 
TS.diHPCARP_I.14HPHshift.tmtttmu 2.730e+44 13.89 13.89 2.087e+34 2.83e-07  5751 
TS.diHPCARP_I.14HPHshift.tmtttpu 2.555e+44 13.97 13.97 1.695e+34 2.3e-07   5752 
TS.diHPCARP_I.14HPHshift.ttmtmmu 6.570e+43 13.37 13.37 1.199e+34 1.63e-07  5753 
TS.diHPCARP_I.14HPHshift.ttpttpu 2.057e+44 14.31 14.31 7.698e+33 1.04e-07  5754 
TS.diHPCARP_I.14HPHshift.ttpttmu 1.784e+44 14.28 14.28 7.084e+33 9.6e-08   5755 
TS.diHPCARP_I.14HPHshift.tmttppu 1.275e+44 14.22 14.22 5.569e+33 7.55e-08  5756 
TS.diHPCARP_I.14HPHshift.ttmtppu 1.373e+44 14.57 14.57 3.348e+33 4.54e-08  5757 
TS.diHPCARP_I.14HPHshift.ttmttmu 9.332e+43 14.63 14.63 2.059e+33 2.79e-08  5758 
TS.diHPCARP_I.14HPHshift.ttmttpu 1.124e+44 15.55 15.55 5.251e+32 7.12e-09  5759 
Total                                                  7.377e+42 100       5760 
 5761 
 5762 
 5763 
1,5-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-5764 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 5765 
======================================================================================5766 
==================================================== 5767 
 5768 
Population analysis at 300K. Vibrational scaling: 0.971.  5769 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5770 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5771 
%: contribution to the population (with current data set assumed 100%) 5772 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         5773 
--------------------------------------------------------------------------- 5774 
TS.diHPCARP_I.15HPHshift.dmtdmuud 7.796e+42 0.00  0.00  7.796e+42 46.7      5775 
TS.diHPCARP_I.15HPHshift.dmtdpdud 2.528e+43 1.27  1.27  2.981e+42 17.8      5776 
TS.diHPCARP_I.15HPHshift.dmtdmdud 1.790e+43 1.86  1.86  7.914e+41 4.74      5777 
TS.diHPCARP_I.15HPHshift.dcpdpddd 5.229e+43 2.64  2.64  6.290e+41 3.76      5778 
TS.diHPCARP_I.15HPHshift.dmpupuud 4.559e+43 2.62  2.62  5.582e+41 3.34      5779 
TS.diHPCARP_I.15HPHshift.dmpumdud 3.761e+43 2.65  2.65  4.389e+41 2.63      5780 
TS.diHPCARP_I.15HPHshift.dcmupudd 3.057e+43 2.56  2.56  4.189e+41 2.51      5781 
TS.diHPCARP_I.15HPHshift.dcmupddd 3.358e+43 2.72  2.72  3.528e+41 2.11      5782 
TS.diHPCARP_I.15HPHshift.dmpumuud 9.573e+42 2.04  2.04  3.125e+41 1.87      5783 
TS.diHPCARP_I.15HPHshift.dcmutudd 8.689e+42 2.07  2.07  2.720e+41 1.63      5784 
TS.diHPCARP_I.15HPHshift.dppdmudd 1.268e+43 2.32  2.32  2.574e+41 1.54      5785 
TS.diHPCARP_I.15HPHshift.dlpdtddd 3.142e+43 2.94  2.94  2.253e+41 1.35      5786 
TS.diHPCARP_I.15HPHshift.dcmumddd 6.665e+42 2.13  2.13  1.867e+41 1.12      5787 
TS.diHPCARP_I.15HPHshift.dtpdmdud 7.391e+42 2.27  2.27  1.641e+41 0.982     5788 
TS.diHPCARP_I.15HPHshift.dcpdmudd 1.557e+43 2.81  2.81  1.389e+41 0.831     5789 
TS.diHPCARP_I.15HPHshift.dcmumudd 1.420e+43 2.84  2.84  1.212e+41 0.726     5790 
TS.diHPCARP_I.15HPHshift.dcmdpddd 2.732e+43 3.24  3.24  1.186e+41 0.71      5791 
TS.diHPCARP_I.15HPHshift.umtumddd 8.617e+42 2.71  2.71  9.133e+40 0.546     5792 
TS.diHPCARP_I.15HPHshift.dcpdpudd 3.821e+43 3.71  3.71  7.517e+40 0.45      5793 
TS.diHPCARP_I.15HPHshift.uppupuud 8.904e+43 4.36  4.36  5.972e+40 0.357     5794 
TS.diHPCARP_I.15HPHshift.umpupuud 4.390e+43 4.03  4.03  5.090e+40 0.305     5795 
TS.diHPCARP_I.15HPHshift.umpupdud 3.500e+43 3.94  3.94  4.716e+40 0.282     5796 
TS.diHPCARP_I.15HPHshift.dcpumddd 1.330e+43 3.44  3.44  4.157e+40 0.249     5797 
TS.diHPCARP_I.15HPHshift.dcmupdud 1.027e+44 4.68  4.68  3.995e+40 0.239     5798 
TS.diHPCARP_I.15HPHshift.dmmumuud 1.085e+44 4.74  4.74  3.854e+40 0.231     5799 
TS.diHPCARP_I.15HPHshift.dctdmddd 3.189e+43 4.03  4.03  3.684e+40 0.22      5800 
TS.diHPCARP_I.15HPHshift.dlmdmuud 2.044e+43 3.79  3.79  3.564e+40 0.213     5801 
TS.diHPCARP_I.15HPHshift.uctdmuud 6.297e+43 4.67  4.67  2.492e+40 0.149     5802 
TS.diHPCARP_I.15HPHshift.uppumdud 2.260e+43 4.07  4.07  2.435e+40 0.146     5803 
TS.diHPCARP_I.15HPHshift.dcmumdud 1.110e+43 3.66  3.66  2.379e+40 0.142     5804 
TS.diHPCARP_I.15HPHshift.uppupdud 2.226e+43 4.21  4.21  1.897e+40 0.113     5805 
TS.diHPCARP_I.15HPHshift.dctumddd 2.780e+43 4.40  4.40  1.730e+40 0.104     5806 
TS.diHPCARP_I.15HPHshift.ucpupddd 2.700e+44 5.78  5.78  1.662e+40 0.0995    5807 
TS.diHPCARP_I.15HPHshift.dcpdtudd 1.246e+43 4.00  4.00  1.517e+40 0.0908    5808 
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TS.diHPCARP_I.15HPHshift.ummdpdud 9.782e+43 5.24  5.24  1.493e+40 0.0894    5809 
TS.diHPCARP_I.15HPHshift.ummdpuud 1.387e+44 5.47  5.47  1.445e+40 0.0865    5810 
TS.diHPCARP_I.15HPHshift.ulmumuud 2.107e+44 5.74  5.74  1.389e+40 0.0831    5811 
TS.diHPCARP_I.15HPHshift.uctdpuud 6.089e+43 5.05  5.05  1.278e+40 0.0765    5812 
TS.diHPCARP_I.15HPHshift.ummupdud 1.304e+44 5.51  5.51  1.262e+40 0.0755    5813 
TS.diHPCARP_I.15HPHshift.ummdmdud 9.271e+43 5.37  5.37  1.144e+40 0.0685    5814 
TS.diHPCARP_I.15HPHshift.ummdmuud 7.216e+43 5.24  5.24  1.091e+40 0.0653    5815 
TS.diHPCARP_I.15HPHshift.uctdpdud 4.347e+43 4.96  4.96  1.060e+40 0.0635    5816 
TS.diHPCARP_I.15HPHshift.ummupuud 1.526e+44 5.75  5.75  9.883e+39 0.0591    5817 
TS.diHPCARP_I.15HPHshift.dcputuud 7.507e+42 4.03  4.03  8.683e+39 0.052     5818 
TS.diHPCARP_I.15HPHshift.dcmumuud 2.936e+43 4.91  4.91  7.756e+39 0.0464    5819 
TS.diHPCARP_I.15HPHshift.dtpupddd 1.434e+44 5.86  5.86  7.676e+39 0.0459    5820 
TS.diHPCARP_I.15HPHshift.umtutudd 1.312e+43 4.49  4.49  7.074e+39 0.0423    5821 
TS.diHPCARP_I.15HPHshift.dctdpddd 7.640e+43 5.54  5.54  6.984e+39 0.0418    5822 
TS.diHPCARP_I.15HPHshift.dmmdmudd 9.795e+42 4.38  4.38  6.302e+39 0.0377    5823 
TS.diHPCARP_I.15HPHshift.uctdmddd 5.771e+42 4.08  4.08  6.125e+39 0.0367    5824 
TS.diHPCARP_I.15HPHshift.dmtdtdud 3.447e+43 5.16  5.16  5.985e+39 0.0358    5825 
TS.diHPCARP_I.15HPHshift.dcputudd 3.332e+43 5.15  5.15  5.914e+39 0.0354    5826 
TS.diHPCARP_I.15HPHshift.ummumdud 8.814e+43 5.80  5.80  5.263e+39 0.0315    5827 
TS.diHPCARP_I.15HPHshift.dcpumudd 1.821e+43 4.87  4.87  5.132e+39 0.0307    5828 
TS.diHPCARP_I.15HPHshift.dltumuud 3.165e+43 5.23  5.23  4.883e+39 0.0292    5829 
TS.diHPCARP_I.15HPHshift.umpumuud 5.698e+43 5.63  5.63  4.537e+39 0.0272    5830 
TS.diHPCARP_I.15HPHshift.dctupdud 6.587e+43 5.75  5.75  4.301e+39 0.0257    5831 
TS.diHPCARP_I.15HPHshift.dttdmudd 2.953e+43 5.27  5.27  4.259e+39 0.0255    5832 
TS.diHPCARP_I.15HPHshift.umtupudd 4.195e+43 5.51  5.51  4.041e+39 0.0242    5833 
TS.diHPCARP_I.15HPHshift.dptumudd 2.776e+43 5.28  5.28  3.941e+39 0.0236    5834 
TS.diHPCARP_I.15HPHshift.ucpdmdud 6.432e+43 5.79  5.79  3.918e+39 0.0234    5835 
TS.diHPCARP_I.15HPHshift.ucpdmddd 6.927e+42 4.49  4.49  3.735e+39 0.0223    5836 
TS.diHPCARP_I.15HPHshift.ulpdpdud 7.028e+43 5.92  5.92  3.403e+39 0.0204    5837 
TS.diHPCARP_I.15HPHshift.ultdpuud 2.158e+44 6.60  6.60  3.374e+39 0.0202    5838 
TS.diHPCARP_I.15HPHshift.umpumdud 2.394e+43 5.35  5.35  3.052e+39 0.0183    5839 
TS.diHPCARP_I.15HPHshift.dcmdpuud 1.008e+44 6.24  6.24  2.860e+39 0.0171    5840 
TS.diHPCARP_I.15HPHshift.ultupdud 1.721e+44 6.57  6.57  2.807e+39 0.0168    5841 
TS.diHPCARP_I.15HPHshift.umputdud 5.262e+43 5.87  5.87  2.791e+39 0.0167    5842 
TS.diHPCARP_I.15HPHshift.dcmdmuud 2.662e+43 5.46  5.46  2.782e+39 0.0166    5843 
TS.diHPCARP_I.15HPHshift.dcmdpdud 9.200e+43 6.22  6.22  2.723e+39 0.0163    5844 
TS.diHPCARP_I.15HPHshift.umtupdud 1.244e+44 6.43  6.43  2.577e+39 0.0154    5845 
TS.diHPCARP_I.15HPHshift.ulpdpddd 4.371e+43 5.82  5.82  2.524e+39 0.0151    5846 
TS.diHPCARP_I.15HPHshift.dlmdpdud 4.405e+44 7.21  7.21  2.480e+39 0.0148    5847 
TS.diHPCARP_I.15HPHshift.dctumuud 2.677e+43 5.54  5.54  2.476e+39 0.0148    5848 
TS.diHPCARP_I.15HPHshift.dctdmudd 1.407e+43 5.19  5.19  2.336e+39 0.014     5849 
TS.diHPCARP_I.15HPHshift.upputdud 2.550e+43 5.58  5.58  2.186e+39 0.0131    5850 
TS.diHPCARP_I.15HPHshift.ulpumddd 2.709e+43 5.62  5.62  2.168e+39 0.013     5851 
TS.diHPCARP_I.15HPHshift.ulpdmddd 9.136e+42 5.00  5.00  2.074e+39 0.0124    5852 
TS.diHPCARP_I.15HPHshift.dcpupddd 1.098e+44 6.49  6.49  2.042e+39 0.0122    5853 
TS.diHPCARP_I.15HPHshift.ultdpdud 9.071e+43 6.47  6.47  1.751e+39 0.0105    5854 
TS.diHPCARP_I.15HPHshift.ucpdpddd 3.910e+43 6.08  6.08  1.452e+39 0.00869   5855 
TS.diHPCARP_I.15HPHshift.ummdtdud 1.250e+44 6.84  6.84  1.293e+39 0.00774   5856 
TS.diHPCARP_I.15HPHshift.dcmutuud 3.259e+43 6.05  6.05  1.268e+39 0.00759   5857 
TS.diHPCARP_I.15HPHshift.ucputudd 3.106e+43 6.05  6.05  1.210e+39 0.00724   5858 
TS.diHPCARP_I.15HPHshift.uctdtdud 4.813e+43 6.42  6.42  1.012e+39 0.00606   5859 
TS.diHPCARP_I.15HPHshift.dcpdpdud 3.056e+43 6.17  6.17  9.844e+38 0.00589   5860 
TS.diHPCARP_I.15HPHshift.ultumuud 5.322e+43 6.51  6.51  9.641e+38 0.00577   5861 
TS.diHPCARP_I.15HPHshift.ulpdtddd 4.241e+43 6.38  6.38  9.624e+38 0.00576   5862 
TS.diHPCARP_I.15HPHshift.ultdmuud 6.698e+43 6.65  6.65  9.591e+38 0.00574   5863 
TS.diHPCARP_I.15HPHshift.dlpdpdud 1.234e+44 7.02  7.02  9.531e+38 0.0057    5864 
TS.diHPCARP_I.15HPHshift.dcpdmuud 3.423e+43 6.26  6.26  9.457e+38 0.00566   5865 
TS.diHPCARP_I.15HPHshift.dctutudd 3.382e+43 6.32  6.32  8.469e+38 0.00507   5866 
TS.diHPCARP_I.15HPHshift.ucpdmudd 2.386e+43 6.19  6.19  7.344e+38 0.00439   5867 
TS.diHPCARP_I.15HPHshift.ucpupudd 1.360e+44 7.25  7.25  7.149e+38 0.00428   5868 
TS.diHPCARP_I.15HPHshift.ummutdud 1.855e+44 7.44  7.44  7.015e+38 0.0042    5869 
TS.diHPCARP_I.15HPHshift.dcmdtuud 1.797e+43 6.05  6.05  7.006e+38 0.00419   5870 
TS.diHPCARP_I.15HPHshift.umtdpuud 3.091e+43 6.41  6.41  6.599e+38 0.00395   5871 
TS.diHPCARP_I.15HPHshift.dcpdmdud 3.509e+43 6.53  6.53  6.155e+38 0.00368   5872 
TS.diHPCARP_I.15HPHshift.umtdpdud 2.546e+43 6.35  6.35  6.014e+38 0.0036    5873 
TS.diHPCARP_I.15HPHshift.ultdmdud 4.966e+43 6.75  6.75  5.997e+38 0.00359   5874 
TS.diHPCARP_I.15HPHshift.ulpdmudd 3.533e+43 6.56  6.56  5.851e+38 0.0035    5875 
TS.diHPCARP_I.15HPHshift.ultdmddd 1.441e+43 6.14  6.14  4.874e+38 0.00292   5876 
TS.diHPCARP_I.15HPHshift.ulputudd 3.235e+43 6.66  6.66  4.561e+38 0.00273   5877 
TS.diHPCARP_I.15HPHshift.uhtdpuud 1.948e+44 7.74  7.74  4.483e+38 0.00268   5878 
TS.diHPCARP_I.15HPHshift.ultutdud 2.125e+44 7.82  7.82  4.291e+38 0.00257   5879 
TS.diHPCARP_I.15HPHshift.ulpupddd 2.709e+44 8.07  8.07  3.594e+38 0.00215   5880 
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TS.diHPCARP_I.15HPHshift.uhtdpdud 1.045e+44 7.52  7.52  3.453e+38 0.00207   5881 
TS.diHPCARP_I.15HPHshift.ucmutudd 7.070e+42 5.93  5.93  3.383e+38 0.00202   5882 
TS.diHPCARP_I.15HPHshift.ucpdtddd 3.327e+43 6.95  6.95  2.887e+38 0.00173   5883 
TS.diHPCARP_I.15HPHshift.ultdpddd 1.525e+44 7.91  7.91  2.616e+38 0.00157   5884 
TS.diHPCARP_I.15HPHshift.ulpupudd 1.600e+44 7.98  7.98  2.453e+38 0.00147   5885 
TS.diHPCARP_I.15HPHshift.uhpdpddd 4.913e+43 7.30  7.30  2.366e+38 0.00142   5886 
TS.diHPCARP_I.15HPHshift.ulpdtudd 1.791e+43 6.72  6.72  2.294e+38 0.00137   5887 
TS.diHPCARP_I.15HPHshift.ulpdtdud 8.965e+43 7.71  7.71  2.155e+38 0.00129   5888 
TS.diHPCARP_I.15HPHshift.dctdtudd 3.864e+43 7.25  7.25  2.015e+38 0.00121   5889 
TS.diHPCARP_I.15HPHshift.ultdtdud 1.346e+44 8.01  8.01  1.953e+38 0.00117   5890 
TS.diHPCARP_I.15HPHshift.uctdtudd 1.095e+43 6.65  6.65  1.562e+38 0.000935  5891 
TS.diHPCARP_I.15HPHshift.dhpumuud 9.120e+42 6.61  6.61  1.406e+38 0.000841  5892 
TS.diHPCARP_I.15HPHshift.umtumudd 1.637e+43 6.97  6.97  1.359e+38 0.000813  5893 
TS.diHPCARP_I.15HPHshift.uctdpudd 5.155e+43 7.66  7.66  1.355e+38 0.000811  5894 
TS.diHPCARP_I.15HPHshift.uhmupdud 1.434e+44 8.27  8.27  1.353e+38 0.00081   5895 
TS.diHPCARP_I.15HPHshift.uhpdmddd 8.910e+42 6.67  6.67  1.235e+38 0.000739  5896 
TS.diHPCARP_I.15HPHshift.ultdpudd 1.067e+44 8.15  8.15  1.230e+38 0.000736  5897 
TS.diHPCARP_I.15HPHshift.uhmumuud 1.010e+44 8.18  8.18  1.105e+38 0.000661  5898 
TS.diHPCARP_I.15HPHshift.ucpumudd 9.923e+43 8.20  8.20  1.054e+38 0.00063   5899 
TS.diHPCARP_I.15HPHshift.uhmupuud 1.791e+44 8.60  8.60  9.765e+37 0.000584  5900 
TS.diHPCARP_I.15HPHshift.uhtdmuud 5.823e+43 7.94  7.94  9.546e+37 0.000571  5901 
TS.diHPCARP_I.15HPHshift.ummdmddd 3.539e+42 6.30  6.30  9.148e+37 0.000547  5902 
TS.diHPCARP_I.15HPHshift.ummdtudd 7.285e+42 6.74  6.74  8.892e+37 0.000532  5903 
TS.diHPCARP_I.15HPHshift.uhpdtddd 3.466e+43 7.71  7.71  8.445e+37 0.000505  5904 
TS.diHPCARP_I.15HPHshift.uhmumdud 8.683e+43 8.29  8.29  7.928e+37 0.000474  5905 
TS.diHPCARP_I.15HPHshift.dhmupdud 1.184e+44 8.48  8.48  7.842e+37 0.000469  5906 
TS.diHPCARP_I.15HPHshift.dhtumuud 1.541e+43 7.29  7.29  7.487e+37 0.000448  5907 
TS.diHPCARP_I.15HPHshift.uhpdmudd 2.962e+43 7.73  7.73  6.958e+37 0.000416  5908 
TS.diHPCARP_I.15HPHshift.dhpumudd 1.045e+43 7.16  7.16  6.382e+37 0.000382  5909 
TS.diHPCARP_I.15HPHshift.ucpdtudd 1.300e+43 7.35  7.35  5.730e+37 0.000343  5910 
TS.diHPCARP_I.15HPHshift.ummdpudd 2.541e+43 7.77  7.77  5.550e+37 0.000332  5911 
TS.diHPCARP_I.15HPHshift.uhtdtdud 1.418e+44 8.83  8.83  5.194e+37 0.000311  5912 
TS.diHPCARP_I.15HPHshift.uhtdmdud 3.501e+43 8.05  8.05  4.760e+37 0.000285  5913 
TS.diHPCARP_I.15HPHshift.uhmdmuud 7.250e+43 8.50  8.50  4.625e+37 0.000277  5914 
TS.diHPCARP_I.15HPHshift.ulmupddd 3.453e+43 8.08  8.08  4.498e+37 0.000269  5915 
TS.diHPCARP_I.15HPHshift.dhpupdud 3.000e+43 8.00  8.00  4.442e+37 0.000266  5916 
TS.diHPCARP_I.15HPHshift.uhmutdud 5.089e+44 9.79  9.79  3.748e+37 0.000224  5917 
TS.diHPCARP_I.15HPHshift.uptupddd 8.040e+43 8.69  8.69  3.742e+37 0.000224  5918 
TS.diHPCARP_I.15HPHshift.dhmumuud 8.559e+43 8.73  8.73  3.742e+37 0.000224  5919 
TS.diHPCARP_I.15HPHshift.dhpdpdud 1.430e+44 9.09  9.09  3.421e+37 0.000205  5920 
TS.diHPCARP_I.15HPHshift.dhmumdud 2.050e+43 7.97  7.97  3.229e+37 0.000193  5921 
TS.diHPCARP_I.15HPHshift.uhtupdud 4.090e+44 9.80  9.80  2.948e+37 0.000176  5922 
TS.diHPCARP_I.15HPHshift.uhputudd 5.771e+43 8.69  8.69  2.691e+37 0.000161  5923 
TS.diHPCARP_I.15HPHshift.dhputdud 1.117e+43 7.72  7.72  2.655e+37 0.000159  5924 
TS.diHPCARP_I.15HPHshift.ultdtudd 2.316e+43 8.16  8.16  2.650e+37 0.000159  5925 
TS.diHPCARP_I.15HPHshift.uhpumddd 2.112e+43 8.11  8.11  2.596e+37 0.000155  5926 
TS.diHPCARP_I.15HPHshift.ucmupddd 3.123e+43 8.37  8.37  2.486e+37 0.000149  5927 
TS.diHPCARP_I.15HPHshift.uhpdtudd 1.776e+43 8.28  8.28  1.653e+37 9.89e-05  5928 
TS.diHPCARP_I.15HPHshift.ulpumudd 1.118e+44 9.40  9.40  1.599e+37 9.57e-05  5929 
TS.diHPCARP_I.15HPHshift.dhpdpddd 6.401e+43 9.19  9.19  1.294e+37 7.74e-05  5930 
TS.diHPCARP_I.15HPHshift.umtdmdud 1.397e+43 8.39  8.39  1.086e+37 6.5e-05   5931 
TS.diHPCARP_I.15HPHshift.dhmdmdud 3.618e+43 9.00  9.00  1.006e+37 6.02e-05  5932 
TS.diHPCARP_I.15HPHshift.umtdmuud 1.654e+43 8.55  8.55  9.848e+36 5.89e-05  5933 
TS.diHPCARP_I.15HPHshift.uctdmudd 1.488e+43 8.50  8.50  9.503e+36 5.69e-05  5934 
TS.diHPCARP_I.15HPHshift.uhpupudd 1.859e+44 10.01 10.01 9.500e+36 5.68e-05  5935 
TS.diHPCARP_I.15HPHshift.uptumudd 7.585e+43 9.55  9.55  8.337e+36 4.99e-05  5936 
TS.diHPCARP_I.15HPHshift.dhmutdud 5.510e+43 9.37  9.37  8.233e+36 4.93e-05  5937 
TS.diHPCARP_I.15HPHshift.ucmumddd 7.153e+42 8.23  8.23  7.278e+36 4.36e-05  5938 
TS.diHPCARP_I.15HPHshift.uhmupddd 4.835e+43 9.39  9.39  7.026e+36 4.2e-05   5939 
TS.diHPCARP_I.15HPHshift.dhmutuud 1.017e+44 9.85  9.85  6.837e+36 4.09e-05  5940 
TS.diHPCARP_I.15HPHshift.ulmumddd 1.064e+43 8.52  8.52  6.621e+36 3.96e-05  5941 
TS.diHPCARP_I.15HPHshift.uhpupddd 1.762e+44 10.21 10.21 6.395e+36 3.83e-05  5942 
TS.diHPCARP_I.15HPHshift.ultdmudd 5.615e+43 9.55  9.55  6.242e+36 3.74e-05  5943 
TS.diHPCARP_I.15HPHshift.dhmdpddd 2.489e+43 9.07  9.07  6.176e+36 3.7e-05   5944 
TS.diHPCARP_I.15HPHshift.uptutudd 3.053e+43 9.21  9.21  5.986e+36 3.58e-05  5945 
TS.diHPCARP_I.15HPHshift.uhtumudd 2.521e+43 9.11  9.11  5.866e+36 3.51e-05  5946 
TS.diHPCARP_I.15HPHshift.dhpdmudd 2.694e+43 9.22  9.22  5.210e+36 3.12e-05  5947 
TS.diHPCARP_I.15HPHshift.dhmupudd 3.554e+43 9.40  9.40  5.077e+36 3.04e-05  5948 
TS.diHPCARP_I.15HPHshift.ucmdmddd 1.951e+43 9.07  9.07  4.828e+36 2.89e-05  5949 
TS.diHPCARP_I.15HPHshift.dhmutudd 8.453e+42 8.58  8.58  4.787e+36 2.86e-05  5950 
TS.diHPCARP_I.15HPHshift.dhmupddd 3.096e+43 9.43  9.43  4.208e+36 2.52e-05  5951 
TS.diHPCARP_I.15HPHshift.ulmutddd 1.747e+43 9.25  9.25  3.209e+36 1.92e-05  5952 
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TS.diHPCARP_I.15HPHshift.dhmumddd 7.995e+42 8.86  8.86  2.790e+36 1.67e-05  5953 
TS.diHPCARP_I.15HPHshift.dhpdtddd 5.689e+43 10.06 10.06 2.676e+36 1.6e-05   5954 
TS.diHPCARP_I.15HPHshift.dhpdpudd 5.792e+43 10.20 10.20 2.140e+36 1.28e-05  5955 
TS.diHPCARP_I.15HPHshift.ucmutddd 1.760e+43 9.51  9.51  2.079e+36 1.24e-05  5956 
TS.diHPCARP_I.15HPHshift.dcpdtuud 2.555e+43 9.79  9.79  1.893e+36 1.13e-05  5957 
TS.diHPCARP_I.15HPHshift.dhmumudd 1.336e+43 9.48  9.48  1.673e+36 1e-05     5958 
TS.diHPCARP_I.15HPHshift.dhmutddd 3.999e+43 10.15 10.15 1.621e+36 9.7e-06   5959 
TS.diHPCARP_I.15HPHshift.ucmdtudd 1.830e+43 9.76  9.76  1.429e+36 8.55e-06  5960 
TS.diHPCARP_I.15HPHshift.dlpdtuud 2.540e+43 10.05 10.05 1.216e+36 7.28e-06  5961 
TS.diHPCARP_I.15HPHshift.ucmumudd 1.424e+43 9.85  9.85  9.469e+35 5.67e-06  5962 
TS.diHPCARP_I.15HPHshift.uhtutdud 1.255e+44 11.16 11.16 9.264e+35 5.54e-06  5963 
TS.diHPCARP_I.15HPHshift.uhmutddd 2.385e+43 10.20 10.20 8.783e+35 5.26e-06  5964 
TS.diHPCARP_I.15HPHshift.dhpumddd 2.326e+43 10.29 10.29 7.484e+35 4.48e-06  5965 
TS.diHPCARP_I.15HPHshift.dhpdtudd 1.729e+43 10.11 10.11 7.420e+35 4.44e-06  5966 
TS.diHPCARP_I.15HPHshift.dhmdmudd 9.442e+42 9.82  9.82  6.613e+35 3.96e-06  5967 
TS.diHPCARP_I.15HPHshift.uhpumudd 9.578e+43 11.24 11.24 6.217e+35 3.72e-06  5968 
TS.diHPCARP_I.15HPHshift.dhpdtdud 4.284e+43 10.84 10.84 5.475e+35 3.28e-06  5969 
TS.diHPCARP_I.15HPHshift.dhtdmddd 4.841e+43 11.06 11.06 4.253e+35 2.54e-06  5970 
TS.diHPCARP_I.15HPHshift.uhmumddd 1.295e+43 10.29 10.29 4.117e+35 2.46e-06  5971 
TS.diHPCARP_I.15HPHshift.ulmumudd 1.500e+43 10.40 10.40 4.006e+35 2.4e-06   5972 
TS.diHPCARP_I.15HPHshift.dhpdtuud 2.755e+43 10.83 10.83 3.549e+35 2.12e-06  5973 
TS.diHPCARP_I.15HPHshift.dhmdmddd 1.396e+43 10.43 10.43 3.523e+35 2.11e-06  5974 
TS.diHPCARP_I.15HPHshift.uhmdpudd 9.188e+44 13.01 13.01 3.039e+35 1.82e-06  5975 
TS.diHPCARP_I.15HPHshift.dhtumddd 3.403e+43 11.05 11.05 3.018e+35 1.81e-06  5976 
TS.diHPCARP_I.15HPHshift.dhtutdud 1.640e+44 12.10 12.10 2.524e+35 1.51e-06  5977 
TS.diHPCARP_I.15HPHshift.dhtdpddd 7.026e+43 11.89 11.89 1.534e+35 9.18e-07  5978 
TS.diHPCARP_I.15HPHshift.uhmumudd 1.678e+43 11.38 11.38 8.594e+34 5.14e-07  5979 
TS.diHPCARP_I.15HPHshift.uhmdmddd 2.713e+43 11.67 11.67 8.589e+34 5.14e-07  5980 
TS.diHPCARP_I.15HPHshift.uhmdtudd 2.899e+43 11.79 11.79 7.450e+34 4.46e-07  5981 
TS.diHPCARP_I.15HPHshift.dhtutudd 4.683e+43 12.14 12.14 6.727e+34 4.03e-07  5982 
TS.diHPCARP_I.15HPHshift.dhpupddd 1.443e+44 12.96 12.96 5.201e+34 3.11e-07  5983 
TS.diHPCARP_I.15HPHshift.dhtdmudd 1.108e+44 13.65 13.65 1.271e+34 7.6e-08   5984 
TS.diHPCARP_I.15HPHshift.uhmutudd 3.341e+43 13.31 13.31 6.704e+33 4.01e-08  5985 
TS.diHPCARP_I.15HPHshift.uhmdmudd 2.695e+43 15.58 15.58 1.204e+32 7.21e-10  5986 
Total                                                   1.671e+43 100       5987 
 5988 
 5989 
 5990 
(2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-Ia) 5991 
=============================================================== 5992 
 5993 
Population analysis at 300K. Vibrational scaling: 0.971.  5994 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 5995 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 5996 
%: contribution to the population (with current data set assumed 100%) 5997 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         5998 
-------------------------------------------------------------- 5999 
diHPCARP_I.tmmmpttmu 6.155e+42 0.00  0.00  6.155e+42 30.3      6000 
diHPCARP_I.mmmmpttmu 8.995e+42 0.51  0.51  3.797e+42 18.7      6001 
diHPCARP_I.pmmmpttmu 8.053e+42 0.93  0.93  1.679e+42 8.27      6002 
diHPCARP_I.mmmmptpmu 1.772e+43 1.69  1.69  1.044e+42 5.14      6003 
diHPCARP_I.tmmmptpmu 1.596e+43 1.66  1.66  9.791e+41 4.82      6004 
diHPCARP_I.tmmmptmpu 9.830e+42 1.50  1.50  7.936e+41 3.91      6005 
diHPCARP_I.tpmmpttmu 3.062e+43 2.27  2.27  6.788e+41 3.34      6006 
diHPCARP_I.mmmmptmpu 9.428e+42 1.85  1.85  4.262e+41 2.1       6007 
diHPCARP_I.ppmmptmpu 1.145e+43 2.13  2.13  3.190e+41 1.57      6008 
diHPCARP_I.ptppmtpmu 9.557e+42 2.33  2.33  1.925e+41 0.949     6009 
diHPCARP_I.tptpmtppu 2.348e+43 2.98  2.98  1.592e+41 0.785     6010 
diHPCARP_I.tmppmtpmu 1.692e+43 2.84  2.84  1.442e+41 0.711     6011 
diHPCARP_I.mmppmtpmu 3.153e+43 3.28  3.28  1.291e+41 0.636     6012 
diHPCARP_I.mmtpmpppu 2.342e+43 3.14  3.14  1.204e+41 0.594     6013 
diHPCARP_I.tpmmptmtu 2.836e+43 3.27  3.27  1.173e+41 0.578     6014 
diHPCARP_I.ptmmpmtpu 1.253e+45 5.54  5.54  1.145e+41 0.564     6015 
diHPCARP_I.tmtpmpppu 2.817e+43 3.31  3.31  1.090e+41 0.537     6016 
diHPCARP_I.tpmmptmmu 1.684e+43 3.08  3.08  9.643e+40 0.475     6017 
diHPCARP_I.pmmmptpmu 1.189e+43 2.87  2.87  9.613e+40 0.474     6018 
diHPCARP_I.tptmpttmu 4.421e+43 3.80  3.80  7.596e+40 0.374     6019 
diHPCARP_I.pttpmtppu 4.956e+43 3.91  3.91  6.994e+40 0.345     6020 
diHPCARP_I.mmmtmpppu 1.538e+43 3.27  3.27  6.371e+40 0.314     6021 
diHPCARP_I.tmmmpttpu 2.455e+43 3.57  3.57  6.199e+40 0.305     6022 
diHPCARP_I.tmmmptmtu 1.851e+43 3.40  3.40  6.192e+40 0.305     6023 
diHPCARP_I.ptmmpttmu 5.057e+43 4.01  4.01  6.072e+40 0.299     6024 
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diHPCARP_I.tmmtmpppu 1.303e+43 3.20  3.20  6.036e+40 0.297     6025 
diHPCARP_I.tmmmptppu 6.495e+42 2.85  2.85  5.455e+40 0.269     6026 
diHPCARP_I.ppppptmpu 4.365e+43 4.02  4.02  5.153e+40 0.254     6027 
diHPCARP_I.mmmmptmtu 2.101e+43 3.62  3.62  4.878e+40 0.24      6028 
diHPCARP_I.tptmptppu 3.645e+43 3.95  3.95  4.864e+40 0.24      6029 
diHPCARP_I.pmmmptppu 6.421e+42 2.92  2.92  4.797e+40 0.236     6030 
diHPCARP_I.tppppttpu 6.064e+44 5.66  5.66  4.598e+40 0.227     6031 
diHPCARP_I.mmtpppppu 3.466e+43 3.96  3.96  4.517e+40 0.223     6032 
diHPCARP_I.tmtpppppu 4.246e+43 4.12  4.12  4.216e+40 0.208     6033 
diHPCARP_I.mptpmtppu 3.063e+43 3.94  3.94  4.157e+40 0.205     6034 
diHPCARP_I.tmmmttmpu 2.595e+43 3.85  3.85  4.087e+40 0.201     6035 
diHPCARP_I.mmmmpttpu 2.951e+43 3.94  3.94  3.973e+40 0.196     6036 
diHPCARP_I.mtppmtpmu 9.071e+42 3.25  3.25  3.923e+40 0.193     6037 
diHPCARP_I.mmmmptppu 8.251e+42 3.22  3.22  3.735e+40 0.184     6038 
diHPCARP_I.ptppmtmpu 2.029e+43 3.82  3.82  3.364e+40 0.166     6039 
diHPCARP_I.ppmmpttmu 1.225e+43 3.53  3.53  3.292e+40 0.162     6040 
diHPCARP_I.mmmtptpmu 5.472e+43 4.43  4.43  3.248e+40 0.16      6041 
diHPCARP_I.tpppppmpu 1.190e+44 4.96  4.96  2.902e+40 0.143     6042 
diHPCARP_I.pttmptppu 4.036e+43 4.32  4.32  2.861e+40 0.141     6043 
diHPCARP_I.tmmtptpmu 5.308e+43 4.50  4.50  2.776e+40 0.137     6044 
diHPCARP_I.mmmmtttmu 8.862e+43 4.81  4.81  2.772e+40 0.137     6045 
diHPCARP_I.tpmmptppu 1.682e+43 3.83  3.83  2.736e+40 0.135     6046 
diHPCARP_I.tmmtmtmpu 8.952e+43 4.83  4.83  2.691e+40 0.133     6047 
diHPCARP_I.tpppptpmu 2.420e+44 5.43  5.43  2.686e+40 0.132     6048 
diHPCARP_I.ptmmmttmu 7.926e+43 4.77  4.77  2.655e+40 0.131     6049 
diHPCARP_I.tpppptttu 7.626e+44 6.14  6.14  2.571e+40 0.127     6050 
diHPCARP_I.tpppptptu 1.981e+44 5.34  5.34  2.559e+40 0.126     6051 
diHPCARP_I.tmtpmtppu 3.644e+43 4.37  4.37  2.383e+40 0.117     6052 
diHPCARP_I.mmmmtpppu 2.652e+43 4.20  4.20  2.321e+40 0.114     6053 
diHPCARP_I.tmppmtptu 4.142e+43 4.47  4.47  2.305e+40 0.114     6054 
diHPCARP_I.tptptttmu 1.328e+44 5.20  5.20  2.148e+40 0.106     6055 
diHPCARP_I.mmmpmpppu 9.100e+42 3.63  3.63  2.057e+40 0.101     6056 
diHPCARP_I.tmmmtpppu 2.639e+43 4.27  4.27  2.051e+40 0.101     6057 
diHPCARP_I.ttppmtpmu 9.567e+42 3.68  3.68  2.003e+40 0.0987    6058 
diHPCARP_I.tptmmttmu 1.067e+44 5.12  5.12  1.973e+40 0.0972    6059 
diHPCARP_I.ppmmpmmpu 8.752e+42 3.64  3.64  1.964e+40 0.0968    6060 
diHPCARP_I.tptpptppu 3.257e+43 4.43  4.43  1.940e+40 0.0956    6061 
diHPCARP_I.mmmmttmpu 2.711e+43 4.34  4.34  1.872e+40 0.0923    6062 
diHPCARP_I.mptmpttmu 7.428e+43 4.94  4.94  1.862e+40 0.0918    6063 
diHPCARP_I.tppppppmu 3.960e+43 4.58  4.58  1.810e+40 0.0892    6064 
diHPCARP_I.mmmmtmppu 6.694e+43 4.91  4.91  1.782e+40 0.0878    6065 
diHPCARP_I.mmtmppppu 2.051e+43 4.24  4.24  1.669e+40 0.0822    6066 
diHPCARP_I.tmmtptmpu 3.308e+43 4.53  4.53  1.662e+40 0.0819    6067 
diHPCARP_I.tmmppmpmu 2.657e+43 4.41  4.41  1.639e+40 0.0808    6068 
diHPCARP_I.tptpmttpu 4.405e+44 6.08  6.08  1.634e+40 0.0805    6069 
diHPCARP_I.pttmpttmu 5.607e+43 4.85  4.85  1.631e+40 0.0804    6070 
diHPCARP_I.tmpmttpmu 1.406e+43 4.05  4.05  1.573e+40 0.0775    6071 
diHPCARP_I.tpmmpttpu 6.754e+43 5.00  5.00  1.537e+40 0.0757    6072 
diHPCARP_I.mmppmtptu 5.966e+43 4.95  4.95  1.472e+40 0.0725    6073 
diHPCARP_I.ppppmpmpu 5.596e+43 4.92  4.92  1.463e+40 0.0721    6074 
diHPCARP_I.tmmmttppu 2.341e+43 4.40  4.40  1.458e+40 0.0718    6075 
diHPCARP_I.pmtpmpppu 2.064e+43 4.34  4.34  1.420e+40 0.07      6076 
diHPCARP_I.mtppttpmu 1.156e+43 4.02  4.02  1.352e+40 0.0666    6077 
diHPCARP_I.tmtmppppu 2.492e+43 4.51  4.51  1.285e+40 0.0633    6078 
diHPCARP_I.ppmpmtmpu 9.670e+42 3.95  3.95  1.279e+40 0.063     6079 
diHPCARP_I.pttpmtmpu 9.521e+43 5.32  5.32  1.267e+40 0.0624    6080 
diHPCARP_I.mmmpptptu 3.135e+43 4.67  4.67  1.248e+40 0.0615    6081 
diHPCARP_I.ptmmptmpu 5.595e+43 5.01  5.01  1.244e+40 0.0613    6082 
diHPCARP_I.ttmmpttmu 3.704e+43 4.77  4.77  1.234e+40 0.0608    6083 
diHPCARP_I.ttppmpmpu 3.195e+43 4.69  4.69  1.223e+40 0.0602    6084 
diHPCARP_I.ttmmtpttu 1.778e+44 5.71  5.71  1.222e+40 0.0602    6085 
diHPCARP_I.ttppttmpu 2.371e+43 4.52  4.52  1.216e+40 0.0599    6086 
diHPCARP_I.pmtpmtppu 1.876e+43 4.38  4.38  1.205e+40 0.0594    6087 
diHPCARP_I.pppppmmpu 3.708e+43 4.79  4.79  1.200e+40 0.0591    6088 
diHPCARP_I.tmtpmtmpu 2.358e+43 4.52  4.52  1.197e+40 0.059     6089 
diHPCARP_I.ppppptpmu 1.019e+44 5.41  5.41  1.177e+40 0.058     6090 
diHPCARP_I.tmmpmpppu 1.269e+43 4.18  4.18  1.146e+40 0.0565    6091 
diHPCARP_I.tpmpmttmu 1.714e+44 5.74  5.74  1.127e+40 0.0555    6092 
diHPCARP_I.pmmmptmtu 1.675e+43 4.36  4.36  1.115e+40 0.0549    6093 
diHPCARP_I.mmtpmtppu 2.686e+43 4.64  4.64  1.112e+40 0.0548    6094 
diHPCARP_I.mmmmtmtmu 4.701e+43 4.98  4.98  1.104e+40 0.0544    6095 
diHPCARP_I.ttpmptmpu 1.737e+43 4.41  4.41  1.058e+40 0.0521    6096 
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diHPCARP_I.tpppttttu 6.897e+44 6.61  6.61  1.052e+40 0.0518    6097 
diHPCARP_I.pptpmtmpu 1.573e+43 4.36  4.36  1.052e+40 0.0518    6098 
diHPCARP_I.ptppmtmmu 1.624e+43 4.38  4.38  1.043e+40 0.0514    6099 
diHPCARP_I.ttmmpptmu 5.057e+43 5.06  5.06  1.037e+40 0.0511    6100 
diHPCARP_I.tmtpmtpmu 4.824e+43 5.05  5.05  1.009e+40 0.0497    6101 
diHPCARP_I.mmmtptmpu 3.217e+43 4.81  4.81  1.008e+40 0.0497    6102 
diHPCARP_I.ptmmpttpu 1.030e+44 5.52  5.52  9.842e+39 0.0485    6103 
diHPCARP_I.tptmpttpu 3.655e+43 4.90  4.90  9.810e+39 0.0483    6104 
diHPCARP_I.mmmtmtmpu 4.940e+43 5.08  5.08  9.775e+39 0.0482    6105 
diHPCARP_I.ptppmtptu 1.576e+43 4.42  4.42  9.563e+39 0.0471    6106 
diHPCARP_I.mmmmpmtmu 6.298e+43 5.24  5.24  9.562e+39 0.0471    6107 
diHPCARP_I.pttpptppu 7.995e+43 5.39  5.39  9.533e+39 0.047     6108 
diHPCARP_I.tptpmtttu 2.945e+44 6.18  6.18  9.343e+39 0.046     6109 
diHPCARP_I.tttmptppu 6.592e+43 5.31  5.31  8.946e+39 0.0441    6110 
diHPCARP_I.pptmpttmu 2.572e+43 4.76  4.76  8.804e+39 0.0434    6111 
diHPCARP_I.pmtptttmu 2.140e+44 6.02  6.02  8.774e+39 0.0432    6112 
diHPCARP_I.mmmtmtpmu 7.264e+43 5.40  5.40  8.417e+39 0.0415    6113 
diHPCARP_I.pttmmttmu 1.560e+44 5.87  5.87  8.246e+39 0.0406    6114 
diHPCARP_I.tpmpmmtpu 8.640e+43 5.53  5.53  8.125e+39 0.04      6115 
diHPCARP_I.ptmmptpmu 1.926e+43 4.63  4.63  8.120e+39 0.04      6116 
diHPCARP_I.tttpmtppu 3.693e+43 5.02  5.02  8.116e+39 0.04      6117 
diHPCARP_I.tttpmtmpu 4.804e+43 5.18  5.18  8.074e+39 0.0398    6118 
diHPCARP_I.pttmpttpu 1.445e+44 5.84  5.84  7.996e+39 0.0394    6119 
diHPCARP_I.tpmpmtppu 4.304e+43 5.13  5.13  7.912e+39 0.039     6120 
diHPCARP_I.ptppmttpu 7.368e+43 5.48  5.48  7.503e+39 0.037     6121 
diHPCARP_I.tmppmtmmu 5.721e+43 5.33  5.33  7.469e+39 0.0368    6122 
diHPCARP_I.pmmmttppu 4.451e+43 5.19  5.19  7.360e+39 0.0363    6123 
diHPCARP_I.mmpmttpmu 1.260e+43 4.46  4.46  7.104e+39 0.035     6124 
diHPCARP_I.tptmmtppu 9.562e+43 5.68  5.68  6.950e+39 0.0342    6125 
diHPCARP_I.mtmmppptu 1.522e+43 4.59  4.59  6.916e+39 0.0341    6126 
diHPCARP_I.ptpppmtpu 3.846e+44 6.51  6.51  6.909e+39 0.034     6127 
diHPCARP_I.ptpmttptu 7.598e+43 5.57  5.57  6.622e+39 0.0326    6128 
diHPCARP_I.tmmpttpmu 1.257e+43 4.50  4.50  6.593e+39 0.0325    6129 
diHPCARP_I.ppptmtmpu 4.518e+43 5.31  5.31  6.103e+39 0.0301    6130 
diHPCARP_I.mmmpttpmu 1.287e+43 4.57  4.57  6.058e+39 0.0299    6131 
diHPCARP_I.pmmtmpppu 1.234e+43 4.55  4.55  6.025e+39 0.0297    6132 
diHPCARP_I.pttptttmu 1.353e+44 5.98  5.98  5.985e+39 0.0295    6133 
diHPCARP_I.mmtpmtpmu 7.279e+43 5.61  5.61  5.936e+39 0.0292    6134 
diHPCARP_I.mtmmptpmu 1.448e+43 4.65  4.65  5.916e+39 0.0292    6135 
diHPCARP_I.tttmpttmu 4.191e+43 5.29  5.29  5.859e+39 0.0289    6136 
diHPCARP_I.ptpmptmpu 2.248e+43 4.92  4.92  5.811e+39 0.0286    6137 
diHPCARP_I.tptmmtmmu 2.859e+44 6.44  6.44  5.772e+39 0.0284    6138 
diHPCARP_I.tmmpmttmu 1.653e+43 4.75  4.75  5.761e+39 0.0284    6139 
diHPCARP_I.tmmtmtpmu 6.168e+43 5.53  5.53  5.733e+39 0.0282    6140 
diHPCARP_I.tmppmtmtu 6.564e+43 5.57  5.57  5.705e+39 0.0281    6141 
diHPCARP_I.mpppptpmu 1.691e+44 6.15  6.15  5.594e+39 0.0276    6142 
diHPCARP_I.pmmmtpppu 3.253e+43 5.17  5.17  5.588e+39 0.0275    6143 
diHPCARP_I.mptmptppu 4.214e+43 5.32  5.32  5.586e+39 0.0275    6144 
diHPCARP_I.pttmmtppu 6.943e+43 5.63  5.63  5.538e+39 0.0273    6145 
diHPCARP_I.pmmtmtpmu 1.152e+43 4.56  4.56  5.495e+39 0.0271    6146 
diHPCARP_I.mmppptpmu 3.035e+43 5.14  5.14  5.426e+39 0.0267    6147 
diHPCARP_I.tmmpttmpu 2.261e+43 4.98  4.98  5.303e+39 0.0261    6148 
diHPCARP_I.pmmmpttpu 2.041e+43 4.93  4.93  5.262e+39 0.0259    6149 
diHPCARP_I.mmmmttpmu 3.191e+43 5.19  5.19  5.261e+39 0.0259    6150 
diHPCARP_I.tmmmtmtmu 3.745e+43 5.29  5.29  5.239e+39 0.0258    6151 
diHPCARP_I.mmtmmpppu 4.027e+43 5.34  5.34  5.219e+39 0.0257    6152 
diHPCARP_I.tpppptmmu 1.105e+44 5.95  5.95  5.107e+39 0.0252    6153 
diHPCARP_I.tmtpptppu 6.457e+43 5.65  5.65  4.967e+39 0.0245    6154 
diHPCARP_I.ppmmptmmu 1.999e+43 4.95  4.95  4.963e+39 0.0245    6155 
diHPCARP_I.pmmpmmpmu 9.864e+42 4.53  4.53  4.952e+39 0.0244    6156 
diHPCARP_I.mptmmttmu 1.366e+44 6.10  6.10  4.935e+39 0.0243    6157 
diHPCARP_I.mptpptppu 3.635e+43 5.31  5.31  4.915e+39 0.0242    6158 
diHPCARP_I.tmmtmtppu 7.951e+43 5.78  5.78  4.894e+39 0.0241    6159 
diHPCARP_I.ptpmpttpu 6.400e+43 5.65  5.65  4.875e+39 0.024     6160 
diHPCARP_I.tmppptpmu 3.038e+43 5.22  5.22  4.817e+39 0.0237    6161 
diHPCARP_I.mttmttpmu 1.942e+44 6.32  6.32  4.799e+39 0.0236    6162 
diHPCARP_I.tmtmpttmu 6.761e+43 5.70  5.70  4.763e+39 0.0235    6163 
diHPCARP_I.ptptptmmu 1.983e+43 4.98  4.98  4.635e+39 0.0228    6164 
diHPCARP_I.mmtmmppmu 1.575e+44 6.22  6.22  4.606e+39 0.0227    6165 
diHPCARP_I.mtppmpmpu 2.655e+43 5.17  5.17  4.576e+39 0.0225    6166 
diHPCARP_I.ttpppttpu 4.375e+44 6.84  6.84  4.568e+39 0.0225    6167 
diHPCARP_I.pppppttpu 2.116e+44 6.42  6.42  4.427e+39 0.0218    6168 
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diHPCARP_I.ttmmptmpu 4.050e+43 5.44  5.44  4.397e+39 0.0217    6169 
diHPCARP_I.pmtpppppu 3.201e+43 5.31  5.31  4.302e+39 0.0212    6170 
diHPCARP_I.tptmmpptu 1.813e+44 6.35  6.35  4.264e+39 0.021     6171 
diHPCARP_I.tpmpmtmtu 3.297e+43 5.34  5.34  4.254e+39 0.021     6172 
diHPCARP_I.pptmptmpu 1.460e+43 4.85  4.85  4.252e+39 0.021     6173 
diHPCARP_I.mtpmptpmu 9.840e+42 4.62  4.62  4.249e+39 0.0209    6174 
diHPCARP_I.pttpmttpu 1.103e+44 6.06  6.06  4.210e+39 0.0207    6175 
diHPCARP_I.ttmmmttmu 4.585e+43 5.55  5.55  4.182e+39 0.0206    6176 
diHPCARP_I.tmtmmpppu 1.460e+44 6.24  6.24  4.170e+39 0.0206    6177 
diHPCARP_I.tptptpmpu 1.023e+44 6.04  6.04  4.040e+39 0.0199    6178 
diHPCARP_I.mmmpmttmu 2.845e+43 5.28  5.28  4.027e+39 0.0198    6179 
diHPCARP_I.ppmtptmpu 3.750e+43 5.45  5.45  4.004e+39 0.0197    6180 
diHPCARP_I.mttpmtpmu 1.911e+43 5.05  5.05  3.993e+39 0.0197    6181 
diHPCARP_I.tpppptmpu 8.285e+43 5.93  5.93  3.934e+39 0.0194    6182 
diHPCARP_I.pmmmtttmu 5.023e+43 5.64  5.64  3.929e+39 0.0194    6183 
diHPCARP_I.ptptptmpu 4.729e+43 5.60  5.60  3.929e+39 0.0194    6184 
diHPCARP_I.tptmtppmu 1.233e+44 6.18  6.18  3.903e+39 0.0192    6185 
diHPCARP_I.pmtpmmppu 3.598e+43 5.45  5.45  3.854e+39 0.019     6186 
diHPCARP_I.tmmmttpmu 2.383e+43 5.21  5.21  3.826e+39 0.0189    6187 
diHPCARP_I.mpmmptmpu 1.221e+43 4.82  4.82  3.771e+39 0.0186    6188 
diHPCARP_I.mppppppmu 5.473e+43 5.71  5.71  3.768e+39 0.0186    6189 
diHPCARP_I.tttmttmpu 1.237e+44 6.20  6.20  3.754e+39 0.0185    6190 
diHPCARP_I.mmppmtmmu 6.034e+43 5.78  5.78  3.742e+39 0.0184    6191 
diHPCARP_I.tmtmmmppu 5.070e+43 5.68  5.68  3.713e+39 0.0183    6192 
diHPCARP_I.mppppttpu 9.251e+43 6.05  6.05  3.628e+39 0.0179    6193 
diHPCARP_I.tptptttpu 6.824e+43 5.87  5.87  3.605e+39 0.0178    6194 
diHPCARP_I.pmtppttmu 9.393e+43 6.06  6.06  3.601e+39 0.0177    6195 
diHPCARP_I.tmmmpmtmu 3.334e+43 5.45  5.45  3.595e+39 0.0177    6196 
diHPCARP_I.pmtpmtpmu 6.650e+43 5.87  5.87  3.547e+39 0.0175    6197 
diHPCARP_I.mmtmpttmu 1.458e+44 6.35  6.35  3.475e+39 0.0171    6198 
diHPCARP_I.tmtptptmu 1.771e+44 6.47  6.47  3.409e+39 0.0168    6199 
diHPCARP_I.pppppppmu 6.019e+43 5.83  5.83  3.400e+39 0.0168    6200 
diHPCARP_I.mmmpmmtmu 3.311e+43 5.48  5.48  3.398e+39 0.0167    6201 
diHPCARP_I.mpppptptu 4.181e+44 6.99  6.99  3.383e+39 0.0167    6202 
diHPCARP_I.pttpmtpmu 3.644e+43 5.54  5.54  3.381e+39 0.0167    6203 
diHPCARP_I.pmtmppppu 1.897e+43 5.15  5.15  3.379e+39 0.0167    6204 
diHPCARP_I.mmtpmtmpu 2.380e+43 5.28  5.28  3.373e+39 0.0166    6205 
diHPCARP_I.tmtmmtpmu 1.634e+44 6.47  6.47  3.186e+39 0.0157    6206 
diHPCARP_I.tmtmptppu 3.780e+43 5.59  5.59  3.176e+39 0.0156    6207 
diHPCARP_I.mptptttmu 1.268e+44 6.33  6.33  3.096e+39 0.0153    6208 
diHPCARP_I.tpptmtpmu 3.203e+44 6.89  6.89  3.068e+39 0.0151    6209 
diHPCARP_I.tmtmptpmu 6.149e+43 5.91  5.91  3.061e+39 0.0151    6210 
diHPCARP_I.pmmtptpmu 4.150e+43 5.68  5.68  3.033e+39 0.0149    6211 
diHPCARP_I.tpppttmmu 1.170e+44 6.30  6.30  3.024e+39 0.0149    6212 
diHPCARP_I.ppppptttu 2.288e+44 6.70  6.70  3.006e+39 0.0148    6213 
diHPCARP_I.tmtptttmu 1.425e+44 6.43  6.43  2.958e+39 0.0146    6214 
diHPCARP_I.ptppttmpu 2.803e+43 5.46  5.46  2.948e+39 0.0145    6215 
diHPCARP_I.ptmmmtmpu 6.177e+43 5.94  5.94  2.888e+39 0.0142    6216 
diHPCARP_I.mpppttttu 1.828e+45 7.98  7.98  2.832e+39 0.014     6217 
diHPCARP_I.pttmttmpu 1.521e+44 6.49  6.49  2.830e+39 0.0139    6218 
diHPCARP_I.mmppmtmtu 1.275e+44 6.39  6.39  2.824e+39 0.0139    6219 
diHPCARP_I.pptmpttpu 3.889e+43 5.68  5.68  2.820e+39 0.0139    6220 
diHPCARP_I.ptptpttpu 4.482e+43 5.78  5.78  2.776e+39 0.0137    6221 
diHPCARP_I.pmtmptppu 3.336e+43 5.62  5.62  2.699e+39 0.0133    6222 
diHPCARP_I.ppptttmpu 5.889e+43 5.96  5.96  2.667e+39 0.0131    6223 
diHPCARP_I.mmtmptpmu 1.044e+44 6.31  6.31  2.655e+39 0.0131    6224 
diHPCARP_I.tptpmtptu 9.956e+43 6.29  6.29  2.624e+39 0.0129    6225 
diHPCARP_I.pmtmmttmu 7.877e+43 6.15  6.15  2.605e+39 0.0128    6226 
diHPCARP_I.pptmmttmu 6.092e+43 6.00  6.00  2.603e+39 0.0128    6227 
diHPCARP_I.tptppttpu 2.832e+43 5.54  5.54  2.591e+39 0.0128    6228 
diHPCARP_I.mpppptttu 8.437e+44 7.57  7.57  2.590e+39 0.0128    6229 
diHPCARP_I.pmtmpttmu 2.982e+43 5.58  5.58  2.574e+39 0.0127    6230 
diHPCARP_I.mpppptmpu 6.695e+43 6.07  6.07  2.553e+39 0.0126    6231 
diHPCARP_I.tttmmtppu 1.247e+44 6.44  6.44  2.552e+39 0.0126    6232 
diHPCARP_I.tttmmttmu 8.653e+43 6.22  6.22  2.549e+39 0.0126    6233 
diHPCARP_I.tmmpmtmpu 9.078e+42 4.88  4.88  2.530e+39 0.0125    6234 
diHPCARP_I.tttptttmu 8.704e+43 6.23  6.23  2.518e+39 0.0124    6235 
diHPCARP_I.tmtmmttmu 1.874e+44 6.70  6.70  2.449e+39 0.0121    6236 
diHPCARP_I.ptmmttppu 4.642e+43 5.87  5.87  2.447e+39 0.0121    6237 
diHPCARP_I.tmppmtttu 7.306e+43 6.15  6.15  2.401e+39 0.0118    6238 
diHPCARP_I.tmtmptmpu 2.680e+43 5.57  5.57  2.356e+39 0.0116    6239 
diHPCARP_I.pmtpmtmpu 1.601e+43 5.26  5.26  2.347e+39 0.0116    6240 
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diHPCARP_I.pmtpptppu 2.661e+43 5.57  5.57  2.344e+39 0.0115    6241 
diHPCARP_I.ttptptmmu 2.204e+43 5.46  5.46  2.340e+39 0.0115    6242 
diHPCARP_I.mmtptptmu 1.092e+44 6.41  6.41  2.332e+39 0.0115    6243 
diHPCARP_I.mmtpptppu 3.617e+43 5.76  5.76  2.302e+39 0.0113    6244 
diHPCARP_I.tpmpmttpu 7.162e+43 6.18  6.18  2.263e+39 0.0111    6245 
diHPCARP_I.mmtmmtpmu 2.702e+44 6.98  6.98  2.240e+39 0.011     6246 
diHPCARP_I.ptmtmtmpu 6.130e+43 6.09  6.09  2.226e+39 0.011     6247 
diHPCARP_I.ppmmmtmpu 1.625e+43 5.31  5.31  2.202e+39 0.0108    6248 
diHPCARP_I.tpttpttmu 1.772e+44 6.73  6.73  2.201e+39 0.0108    6249 
diHPCARP_I.ttptpttpu 4.358e+43 5.91  5.91  2.175e+39 0.0107    6250 
diHPCARP_I.pmmmtmppu 4.582e+43 5.95  5.95  2.119e+39 0.0104    6251 
diHPCARP_I.pttmptmpu 1.441e+44 6.65  6.65  2.071e+39 0.0102    6252 
diHPCARP_I.mpppttmpu 8.027e+43 6.30  6.30  2.049e+39 0.0101    6253 
diHPCARP_I.tttmptmpu 1.067e+44 6.48  6.48  2.022e+39 0.00996   6254 
diHPCARP_I.mmppmpppu 3.451e+43 5.81  5.81  2.018e+39 0.00994   6255 
diHPCARP_I.ttppmptpu 5.819e+43 6.12  6.12  2.014e+39 0.00992   6256 
diHPCARP_I.tmtmmptmu 1.453e+44 6.67  6.67  2.010e+39 0.00991   6257 
diHPCARP_I.mpppptmmu 9.899e+43 6.44  6.44  2.008e+39 0.0099    6258 
diHPCARP_I.mmmtmmppu 1.291e+44 6.60  6.60  2.007e+39 0.00989   6259 
diHPCARP_I.ptmmptmmu 8.163e+43 6.33  6.33  1.986e+39 0.00979   6260 
diHPCARP_I.mptmpttpu 2.985e+43 5.73  5.73  1.985e+39 0.00978   6261 
diHPCARP_I.tpppttmpu 7.550e+43 6.29  6.29  1.980e+39 0.00976   6262 
diHPCARP_I.tpmpmtmmu 2.592e+43 5.66  5.66  1.957e+39 0.00964   6263 
diHPCARP_I.tpmmpmmpu 2.280e+43 5.59  5.59  1.943e+39 0.00957   6264 
diHPCARP_I.tttmpttpu 7.399e+43 6.29  6.29  1.942e+39 0.00957   6265 
diHPCARP_I.tmppmttpu 8.737e+43 6.39  6.39  1.940e+39 0.00956   6266 
diHPCARP_I.mtpppppmu 4.614e+43 6.01  6.01  1.938e+39 0.00955   6267 
diHPCARP_I.ptppptmmu 9.533e+43 6.44  6.44  1.935e+39 0.00953   6268 
diHPCARP_I.mmtmptppu 2.407e+43 5.62  5.62  1.926e+39 0.00949   6269 
diHPCARP_I.tpttttptu 5.085e+44 7.44  7.44  1.924e+39 0.00948   6270 
diHPCARP_I.tmmtptppu 7.418e+43 6.30  6.30  1.901e+39 0.00937   6271 
diHPCARP_I.ttpmpttpu 5.107e+43 6.08  6.08  1.894e+39 0.00933   6272 
diHPCARP_I.ppmptmppu 3.391e+43 5.84  5.84  1.884e+39 0.00929   6273 
diHPCARP_I.ptpmptpmu 1.563e+43 5.38  5.38  1.879e+39 0.00926   6274 
diHPCARP_I.pptpmpmpu 5.440e+43 6.13  6.13  1.861e+39 0.00917   6275 
diHPCARP_I.mpppttmmu 1.545e+44 6.76  6.76  1.841e+39 0.00907   6276 
diHPCARP_I.tttpptppu 5.741e+43 6.17  6.17  1.840e+39 0.00907   6277 
diHPCARP_I.ptmtmtmmu 3.287e+43 5.84  5.84  1.828e+39 0.00901   6278 
diHPCARP_I.mpmmppmpu 2.199e+43 5.61  5.61  1.811e+39 0.00892   6279 
diHPCARP_I.tmmpmmtmu 3.430e+43 5.87  5.87  1.804e+39 0.00889   6280 
diHPCARP_I.mmmtmtppu 7.629e+43 6.36  6.36  1.783e+39 0.00879   6281 
diHPCARP_I.mtpmptmpu 2.095e+43 5.59  5.59  1.779e+39 0.00877   6282 
diHPCARP_I.mptmmtppu 1.464e+44 6.75  6.75  1.777e+39 0.00875   6283 
diHPCARP_I.ttptptttu 8.467e+43 6.43  6.43  1.753e+39 0.00864   6284 
diHPCARP_I.tttmmtmpu 1.051e+44 6.57  6.57  1.731e+39 0.00853   6285 
diHPCARP_I.tptmptpmu 1.095e+44 6.60  6.60  1.702e+39 0.00838   6286 
diHPCARP_I.pmmmtmtmu 3.232e+43 5.87  5.87  1.698e+39 0.00837   6287 
diHPCARP_I.tpptmttpu 5.212e+44 7.53  7.53  1.696e+39 0.00836   6288 
diHPCARP_I.mptmmtmmu 2.219e+44 7.03  7.03  1.690e+39 0.00833   6289 
diHPCARP_I.tmpmmtpmu 1.203e+43 5.30  5.30  1.651e+39 0.00813   6290 
diHPCARP_I.pmtmptpmu 5.140e+43 6.18  6.18  1.617e+39 0.00797   6291 
diHPCARP_I.tptpmppmu 2.041e+43 5.64  5.64  1.594e+39 0.00786   6292 
diHPCARP_I.mtpptmmpu 1.649e+44 6.89  6.89  1.587e+39 0.00782   6293 
diHPCARP_I.mtmmpptmu 6.752e+43 6.36  6.36  1.563e+39 0.0077    6294 
diHPCARP_I.ttmmpptpu 9.612e+43 6.59  6.59  1.533e+39 0.00755   6295 
diHPCARP_I.mtmmpttmu 6.622e+43 6.37  6.37  1.513e+39 0.00745   6296 
diHPCARP_I.ptptptptu 1.949e+43 5.64  5.64  1.509e+39 0.00744   6297 
diHPCARP_I.mmmpmmmtu 3.622e+43 6.02  6.02  1.493e+39 0.00736   6298 
diHPCARP_I.tmmpptmpu 1.388e+43 5.46  5.46  1.474e+39 0.00726   6299 
diHPCARP_I.tmtmpptmu 5.899e+43 6.33  6.33  1.442e+39 0.0071    6300 
diHPCARP_I.tmppptptu 3.361e+44 7.37  7.37  1.426e+39 0.00703   6301 
diHPCARP_I.mttpmtmpu 5.676e+43 6.32  6.32  1.405e+39 0.00692   6302 
diHPCARP_I.pmtmmtpmu 2.597e+44 7.23  7.23  1.403e+39 0.00692   6303 
diHPCARP_I.pptpmmmpu 1.619e+43 5.58  5.58  1.400e+39 0.0069    6304 
diHPCARP_I.tpptmpmpu 3.920e+44 7.48  7.48  1.384e+39 0.00682   6305 
diHPCARP_I.mpmmptmmu 1.343e+43 5.47  5.47  1.379e+39 0.0068    6306 
diHPCARP_I.tmmtmptmu 1.694e+43 5.62  5.62  1.372e+39 0.00676   6307 
diHPCARP_I.mptpmtmpu 3.360e+43 6.03  6.03  1.357e+39 0.00669   6308 
diHPCARP_I.pttmmtmpu 1.563e+44 6.95  6.95  1.356e+39 0.00668   6309 
diHPCARP_I.mmppmtttu 1.912e+44 7.08  7.08  1.331e+39 0.00656   6310 
diHPCARP_I.tttpmttpu 1.141e+44 6.77  6.77  1.327e+39 0.00654   6311 
diHPCARP_I.mmtmmptmu 9.027e+43 6.64  6.64  1.319e+39 0.0065    6312 
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diHPCARP_I.mttpmtppu 3.627e+43 6.10  6.10  1.315e+39 0.00648   6313 
diHPCARP_I.mtptptmpu 3.355e+43 6.05  6.05  1.314e+39 0.00647   6314 
diHPCARP_I.tpptmtttu 5.475e+44 7.72  7.72  1.310e+39 0.00645   6315 
diHPCARP_I.ttmmpttpu 7.242e+43 6.52  6.52  1.289e+39 0.00635   6316 
diHPCARP_I.mtppttmpu 2.273e+43 5.83  5.83  1.279e+39 0.0063    6317 
diHPCARP_I.mmmpmtpmu 1.184e+43 5.45  5.45  1.263e+39 0.00622   6318 
diHPCARP_I.tpptptptu 4.513e+44 7.62  7.62  1.258e+39 0.0062    6319 
diHPCARP_I.pmppttpmu 3.153e+43 6.05  6.05  1.235e+39 0.00609   6320 
diHPCARP_I.mptmttmmu 1.943e+44 7.13  7.13  1.235e+39 0.00609   6321 
diHPCARP_I.mmtptttmu 1.954e+44 7.14  7.14  1.234e+39 0.00608   6322 
diHPCARP_I.tttpmtttu 1.008e+44 6.74  6.74  1.232e+39 0.00607   6323 
diHPCARP_I.tptpmtmpu 3.866e+43 6.18  6.18  1.220e+39 0.00601   6324 
diHPCARP_I.ppptmmmpu 4.545e+43 6.28  6.28  1.212e+39 0.00597   6325 
diHPCARP_I.mmmpmtmpu 8.005e+42 5.26  5.26  1.181e+39 0.00582   6326 
diHPCARP_I.mptmttmtu 3.663e+44 7.56  7.56  1.146e+39 0.00565   6327 
diHPCARP_I.ppmmpttpu 5.430e+43 6.42  6.42  1.138e+39 0.00561   6328 
diHPCARP_I.pttmptpmu 2.006e+44 7.21  7.21  1.125e+39 0.00555   6329 
diHPCARP_I.ppmpmmmpu 7.025e+42 5.21  5.21  1.116e+39 0.0055    6330 
diHPCARP_I.pmmpmttmu 4.120e+43 6.28  6.28  1.101e+39 0.00543   6331 
diHPCARP_I.mmmtptppu 8.174e+43 6.69  6.69  1.094e+39 0.00539   6332 
diHPCARP_I.ptmtmmptu 2.503e+43 5.99  5.99  1.085e+39 0.00535   6333 
diHPCARP_I.mmpptttmu 1.175e+44 6.91  6.91  1.082e+39 0.00533   6334 
diHPCARP_I.tpttmttmu 1.801e+44 7.17  7.17  1.080e+39 0.00532   6335 
diHPCARP_I.ttptptptu 2.580e+43 6.02  6.02  1.063e+39 0.00524   6336 
diHPCARP_I.ptttpttmu 2.254e+44 7.32  7.32  1.055e+39 0.0052    6337 
diHPCARP_I.tmmttttmu 1.477e+44 7.07  7.07  1.045e+39 0.00515   6338 
diHPCARP_I.tpmmmttmu 1.135e+44 6.91  6.91  1.044e+39 0.00514   6339 
diHPCARP_I.tmtmmtmpu 1.298e+44 7.00  7.00  1.040e+39 0.00513   6340 
diHPCARP_I.pmmtmtppu 7.614e+43 6.68  6.68  1.039e+39 0.00512   6341 
diHPCARP_I.pmppmtptu 9.510e+43 6.81  6.81  1.036e+39 0.0051    6342 
diHPCARP_I.pptpmtttu 1.049e+44 6.87  6.87  1.031e+39 0.00508   6343 
diHPCARP_I.ptppttptu 1.733e+44 7.18  7.18  1.023e+39 0.00504   6344 
diHPCARP_I.mmmpmmtpu 3.306e+43 6.21  6.21  9.949e+38 0.0049    6345 
diHPCARP_I.pttmmtmmu 2.387e+44 7.40  7.40  9.761e+38 0.00481   6346 
diHPCARP_I.ptttptppu 1.031e+44 6.91  6.91  9.589e+38 0.00473   6347 
diHPCARP_I.tppppmmpu 2.839e+44 7.52  7.52  9.484e+38 0.00467   6348 
diHPCARP_I.mmmtmptmu 2.117e+43 5.98  5.98  9.358e+38 0.00461   6349 
diHPCARP_I.tpptpttpu 4.996e+44 7.87  7.87  9.278e+38 0.00457   6350 
diHPCARP_I.tpmmpmtmu 1.819e+43 5.89  5.89  9.254e+38 0.00456   6351 
diHPCARP_I.tpmmptpmu 2.796e+43 6.15  6.15  9.204e+38 0.00454   6352 
diHPCARP_I.mttmmtpmu 5.281e+43 6.53  6.53  9.170e+38 0.00452   6353 
diHPCARP_I.mptmtppmu 1.344e+44 7.10  7.10  9.103e+38 0.00449   6354 
diHPCARP_I.ptmmmttpu 1.999e+44 7.33  7.33  9.066e+38 0.00447   6355 
diHPCARP_I.ttpmptpmu 1.577e+43 5.83  5.83  8.942e+38 0.00441   6356 
diHPCARP_I.mpmtmtppu 1.935e+43 5.95  5.95  8.923e+38 0.0044    6357 
diHPCARP_I.tptpmtmmu 5.057e+43 6.53  6.53  8.869e+38 0.00437   6358 
diHPCARP_I.mtppmptmu 1.623e+44 7.24  7.24  8.691e+38 0.00428   6359 
diHPCARP_I.mtmmptmpu 4.922e+43 6.53  6.53  8.668e+38 0.00427   6360 
diHPCARP_I.mptpmttpu 3.797e+43 6.37  6.37  8.652e+38 0.00426   6361 
diHPCARP_I.ptmppttpu 1.567e+44 7.22  7.22  8.599e+38 0.00424   6362 
diHPCARP_I.tptmmttpu 2.426e+44 7.48  7.48  8.577e+38 0.00423   6363 
diHPCARP_I.tmtmmtppu 7.656e+43 6.80  6.80  8.573e+38 0.00422   6364 
diHPCARP_I.mmmtppppu 1.027e+44 6.97  6.97  8.549e+38 0.00421   6365 
diHPCARP_I.mmmtttttu 7.025e+44 8.13  8.13  8.449e+38 0.00416   6366 
diHPCARP_I.ppptmtpmu 1.145e+44 7.04  7.04  8.444e+38 0.00416   6367 
diHPCARP_I.ptmmmtmmu 2.123e+44 7.42  7.42  8.343e+38 0.00411   6368 
diHPCARP_I.ttppmpptu 4.962e+43 6.56  6.56  8.282e+38 0.00408   6369 
diHPCARP_I.pttmttpmu 1.010e+44 6.98  6.98  8.264e+38 0.00407   6370 
diHPCARP_I.ttmmptpmu 1.915e+43 5.99  5.99  8.241e+38 0.00406   6371 
diHPCARP_I.ppmmptpmu 2.200e+43 6.08  6.08  8.155e+38 0.00402   6372 
diHPCARP_I.pmtppmppu 4.494e+43 6.51  6.51  8.134e+38 0.00401   6373 
diHPCARP_I.mmppmttpu 1.221e+44 7.11  7.11  8.029e+38 0.00396   6374 
diHPCARP_I.mmpmmtpmu 1.510e+43 5.87  5.87  7.930e+38 0.00391   6375 
diHPCARP_I.mmtmpptmu 3.676e+43 6.41  6.41  7.870e+38 0.00388   6376 
diHPCARP_I.mttmmtppu 7.538e+44 8.21  8.21  7.869e+38 0.00388   6377 
diHPCARP_I.tmppmmptu 4.088e+43 6.48  6.48  7.777e+38 0.00383   6378 
diHPCARP_I.ttmmpppmu 1.993e+43 6.05  6.05  7.746e+38 0.00382   6379 
diHPCARP_I.tpttptppu 1.842e+44 7.38  7.38  7.734e+38 0.00381   6380 
diHPCARP_I.ptmtmmttu 4.834e+43 6.60  6.60  7.581e+38 0.00374   6381 
diHPCARP_I.pmtmmmptu 8.471e+43 6.93  6.93  7.579e+38 0.00373   6382 
diHPCARP_I.ppptmpmpu 5.102e+44 8.00  8.00  7.561e+38 0.00373   6383 
diHPCARP_I.tmttmtpmu 2.584e+44 7.60  7.60  7.526e+38 0.00371   6384 
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diHPCARP_I.tmmpmtppu 1.304e+43 5.82  5.82  7.450e+38 0.00367   6385 
diHPCARP_I.pttpmtmmu 9.235e+43 7.00  7.00  7.402e+38 0.00365   6386 
diHPCARP_I.ptmtptmpu 2.315e+44 7.54  7.54  7.390e+38 0.00364   6387 
diHPCARP_I.mmpmppptu 8.758e+43 6.97  6.97  7.364e+38 0.00363   6388 
diHPCARP_I.ppppptmmu 9.420e+43 7.01  7.01  7.310e+38 0.0036    6389 
diHPCARP_I.mmmtmtttu 6.842e+44 8.20  8.20  7.294e+38 0.00359   6390 
diHPCARP_I.ptptptttu 4.403e+43 6.56  6.56  7.284e+38 0.00359   6391 
diHPCARP_I.tttpmtpmu 3.243e+43 6.39  6.39  7.185e+38 0.00354   6392 
diHPCARP_I.ttppptmmu 9.048e+43 7.01  7.01  7.103e+38 0.0035    6393 
diHPCARP_I.ttppttmmu 9.026e+43 7.01  7.01  7.079e+38 0.00349   6394 
diHPCARP_I.ptmppptpu 1.217e+44 7.20  7.20  6.969e+38 0.00343   6395 
diHPCARP_I.tpptptpmu 2.717e+44 7.68  7.68  6.956e+38 0.00343   6396 
diHPCARP_I.tpmmmtppu 5.359e+43 6.72  6.72  6.785e+38 0.00334   6397 
diHPCARP_I.mmtmmttmu 1.895e+44 7.48  7.48  6.774e+38 0.00334   6398 
diHPCARP_I.ptpmptmmu 4.136e+43 6.57  6.57  6.722e+38 0.00331   6399 
diHPCARP_I.tpmtmtppu 6.400e+43 6.84  6.84  6.708e+38 0.00331   6400 
diHPCARP_I.mttmttmpu 1.549e+44 7.37  7.37  6.653e+38 0.00328   6401 
diHPCARP_I.mttmptmpu 1.812e+44 7.47  7.47  6.534e+38 0.00322   6402 
diHPCARP_I.ttmpppmpu 3.881e+44 7.93  7.93  6.471e+38 0.00319   6403 
diHPCARP_I.tptmptmpu 3.990e+43 6.58  6.58  6.380e+38 0.00314   6404 
diHPCARP_I.pmtmmtmmu 1.731e+44 7.46  7.46  6.323e+38 0.00312   6405 
diHPCARP_I.mmmpppppu 2.611e+43 6.34  6.34  6.266e+38 0.00309   6406 
diHPCARP_I.tpptttmpu 1.959e+44 7.55  7.55  6.239e+38 0.00307   6407 
diHPCARP_I.mttmptppu 7.281e+43 6.98  6.98  6.039e+38 0.00298   6408 
diHPCARP_I.mmttppppu 1.755e+44 7.50  7.50  6.001e+38 0.00296   6409 
diHPCARP_I.mptpmppmu 2.179e+43 6.26  6.26  5.965e+38 0.00294   6410 
diHPCARP_I.ttppttptu 1.981e+44 7.58  7.58  5.914e+38 0.00291   6411 
diHPCARP_I.mtppmptpu 1.159e+44 7.27  7.27  5.837e+38 0.00288   6412 
diHPCARP_I.mmtptmtpu 7.294e+43 7.00  7.00  5.817e+38 0.00287   6413 
diHPCARP_I.tmptmtpmu 4.288e+43 6.68  6.68  5.812e+38 0.00286   6414 
diHPCARP_I.ptppmtttu 2.830e+43 6.43  6.43  5.809e+38 0.00286   6415 
diHPCARP_I.ppmmpmtmu 1.115e+43 5.88  5.88  5.777e+38 0.00285   6416 
diHPCARP_I.tpptptttu 4.582e+44 8.10  8.10  5.771e+38 0.00284   6417 
diHPCARP_I.ppmmppmpu 2.455e+43 6.36  6.36  5.754e+38 0.00284   6418 
diHPCARP_I.tpmtptpmu 1.180e+44 7.29  7.29  5.749e+38 0.00283   6419 
diHPCARP_I.ttppppmpu 7.459e+43 7.02  7.02  5.746e+38 0.00283   6420 
diHPCARP_I.tppmmtmpu 7.750e+43 7.04  7.04  5.723e+38 0.00282   6421 
diHPCARP_I.ptmtmttpu 5.968e+43 6.89  6.89  5.716e+38 0.00282   6422 
diHPCARP_I.mmtmmtppu 5.292e+43 6.82  6.82  5.667e+38 0.00279   6423 
diHPCARP_I.tpptmtmmu 1.327e+44 7.37  7.37  5.653e+38 0.00279   6424 
diHPCARP_I.mmmpptmpu 1.086e+43 5.88  5.88  5.649e+38 0.00278   6425 
diHPCARP_I.tpptmtmpu 8.875e+43 7.14  7.14  5.624e+38 0.00277   6426 
diHPCARP_I.tmmtptttu 5.998e+44 8.29  8.29  5.513e+38 0.00272   6427 
diHPCARP_I.tmmpmmmtu 3.634e+43 6.62  6.62  5.426e+38 0.00267   6428 
diHPCARP_I.ttmmmtmpu 7.371e+43 7.06  7.06  5.343e+38 0.00263   6429 
diHPCARP_I.ppptptmpu 9.274e+43 7.19  7.19  5.334e+38 0.00263   6430 
diHPCARP_I.mptmmmpmu 1.225e+44 7.37  7.37  5.231e+38 0.00258   6431 
diHPCARP_I.ttmmptmmu 2.224e+44 7.74  7.74  5.131e+38 0.00253   6432 
diHPCARP_I.pmtmmpppu 3.937e+43 6.71  6.71  5.125e+38 0.00253   6433 
diHPCARP_I.tpmtptmpu 6.226e+43 6.98  6.98  5.107e+38 0.00252   6434 
diHPCARP_I.tpptmtptu 3.512e+44 8.01  8.01  5.107e+38 0.00252   6435 
diHPCARP_I.pttmttmmu 3.035e+44 7.93  7.93  5.088e+38 0.00251   6436 
diHPCARP_I.mptmttpmu 6.441e+44 8.39  8.39  5.017e+38 0.00247   6437 
diHPCARP_I.pmppptpmu 4.294e+43 6.78  6.78  4.920e+38 0.00242   6438 
diHPCARP_I.ptmtmttmu 1.352e+44 7.48  7.48  4.841e+38 0.00239   6439 
diHPCARP_I.ptpmmttpu 6.553e+43 7.05  7.05  4.829e+38 0.00238   6440 
diHPCARP_I.tmmpttttu 2.292e+44 7.79  7.79  4.819e+38 0.00237   6441 
diHPCARP_I.pppmmtmpu 8.745e+43 7.22  7.22  4.812e+38 0.00237   6442 
diHPCARP_I.mptmptmpu 4.159e+43 6.78  6.78  4.802e+38 0.00237   6443 
diHPCARP_I.tpmpmpmpu 3.229e+43 6.63  6.63  4.751e+38 0.00234   6444 
diHPCARP_I.tptmpppmu 2.561e+43 6.51  6.51  4.602e+38 0.00227   6445 
diHPCARP_I.mttmptpmu 2.956e+43 6.60  6.60  4.593e+38 0.00226   6446 
diHPCARP_I.mptpmtmmu 4.348e+43 6.83  6.83  4.585e+38 0.00226   6447 
diHPCARP_I.ppptpmmpu 4.893e+43 6.91  6.91  4.557e+38 0.00225   6448 
diHPCARP_I.pmmtmmppu 9.235e+43 7.29  7.29  4.554e+38 0.00224   6449 
diHPCARP_I.mmptmtpmu 5.678e+43 7.00  7.00  4.536e+38 0.00224   6450 
diHPCARP_I.mmmpmtppu 1.600e+43 6.24  6.24  4.531e+38 0.00223   6451 
diHPCARP_I.ppmpmtttu 7.968e+43 7.20  7.20  4.530e+38 0.00223   6452 
diHPCARP_I.mmmttttmu 2.125e+44 7.79  7.79  4.526e+38 0.00223   6453 
diHPCARP_I.pttmmtpmu 7.820e+43 7.19  7.19  4.523e+38 0.00223   6454 
diHPCARP_I.tttmttpmu 1.353e+44 7.53  7.53  4.440e+38 0.00219   6455 
diHPCARP_I.tmmpppppu 1.987e+43 6.38  6.38  4.437e+38 0.00219   6456 
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diHPCARP_I.ttttptppu 2.206e+44 7.82  7.82  4.426e+38 0.00218   6457 
diHPCARP_I.ttppmpmmu 4.684e+43 6.90  6.90  4.385e+38 0.00216   6458 
diHPCARP_I.pmmtmtmpu 9.225e+42 5.94  5.94  4.342e+38 0.00214   6459 
diHPCARP_I.pttmpppmu 8.190e+43 7.24  7.24  4.332e+38 0.00213   6460 
diHPCARP_I.ppmpmtpmu 2.365e+43 6.51  6.51  4.315e+38 0.00213   6461 
diHPCARP_I.tppmmtptu 1.659e+44 7.67  7.67  4.307e+38 0.00212   6462 
diHPCARP_I.ptmpptttu 1.567e+44 7.64  7.64  4.296e+38 0.00212   6463 
diHPCARP_I.tmttppppu 1.659e+44 7.67  7.67  4.263e+38 0.0021    6464 
diHPCARP_I.ppppttmmu 1.094e+44 7.43  7.43  4.216e+38 0.00208   6465 
diHPCARP_I.pptmpmmpu 1.191e+43 6.12  6.12  4.157e+38 0.00205   6466 
diHPCARP_I.ppmpmttpu 6.639e+43 7.14  7.14  4.154e+38 0.00205   6467 
diHPCARP_I.tppmmppmu 3.901e+43 6.83  6.83  4.152e+38 0.00205   6468 
diHPCARP_I.mtmmmptmu 9.523e+43 7.36  7.36  4.125e+38 0.00203   6469 
diHPCARP_I.ptmpptmpu 7.301e+43 7.21  7.21  4.114e+38 0.00203   6470 
diHPCARP_I.mpttpttmu 1.770e+44 7.74  7.74  4.040e+38 0.00199   6471 
diHPCARP_I.ptmtmtppu 1.180e+44 7.52  7.52  3.955e+38 0.00195   6472 
diHPCARP_I.ttpmptptu 3.773e+43 6.84  6.84  3.938e+38 0.00194   6473 
diHPCARP_I.mmmtptttu 5.670e+44 8.46  8.46  3.890e+38 0.00192   6474 
diHPCARP_I.mmmmttttu 2.884e+44 8.06  8.06  3.882e+38 0.00191   6475 
diHPCARP_I.mpptmtmpu 1.035e+44 7.45  7.45  3.876e+38 0.00191   6476 
diHPCARP_I.tmttpmppu 9.433e+43 7.40  7.40  3.847e+38 0.0019    6477 
diHPCARP_I.mtmmmttmu 9.019e+43 7.37  7.37  3.826e+38 0.00189   6478 
diHPCARP_I.tmttpttmu 2.153e+44 7.91  7.91  3.730e+38 0.00184   6479 
diHPCARP_I.tpptptmpu 1.145e+44 7.54  7.54  3.710e+38 0.00183   6480 
diHPCARP_I.mppppmmpu 9.120e+43 7.40  7.40  3.691e+38 0.00182   6481 
diHPCARP_I.ttttpttmu 1.481e+44 7.70  7.70  3.646e+38 0.0018    6482 
diHPCARP_I.tmmpmmtpu 3.051e+43 6.76  6.76  3.627e+38 0.00179   6483 
diHPCARP_I.tpptpppmu 8.148e+43 7.35  7.35  3.612e+38 0.00178   6484 
diHPCARP_I.ppptptpmu 1.815e+44 7.83  7.83  3.598e+38 0.00177   6485 
diHPCARP_I.tpmmpppmu 1.483e+43 6.35  6.35  3.537e+38 0.00174   6486 
diHPCARP_I.ttmtmtmpu 5.456e+43 7.13  7.13  3.511e+38 0.00173   6487 
diHPCARP_I.pmmtmmtmu 1.892e+43 6.50  6.50  3.494e+38 0.00172   6488 
diHPCARP_I.mpptmtpmu 2.319e+44 8.00  8.00  3.448e+38 0.0017    6489 
diHPCARP_I.pptmptpmu 3.604e+43 6.89  6.89  3.448e+38 0.0017    6490 
diHPCARP_I.ttmtmtmmu 6.198e+43 7.23  7.23  3.347e+38 0.00165   6491 
diHPCARP_I.tmmtppppu 5.847e+43 7.20  7.20  3.343e+38 0.00165   6492 
diHPCARP_I.pmmpmtppu 1.140e+43 6.23  6.23  3.303e+38 0.00163   6493 
diHPCARP_I.pmppptmpu 5.765e+43 7.20  7.20  3.287e+38 0.00162   6494 
diHPCARP_I.tppmmttpu 1.455e+44 7.75  7.75  3.264e+38 0.00161   6495 
diHPCARP_I.tmpmttttu 4.763e+43 7.09  7.09  3.261e+38 0.00161   6496 
diHPCARP_I.ptptmttpu 3.583e+44 8.30  8.30  3.236e+38 0.00159   6497 
diHPCARP_I.mmtttpppu 2.689e+44 8.14  8.14  3.177e+38 0.00157   6498 
diHPCARP_I.pmtmptmpu 2.223e+43 6.66  6.66  3.136e+38 0.00155   6499 
diHPCARP_I.ptmtpttpu 5.744e+44 8.60  8.60  3.112e+38 0.00153   6500 
diHPCARP_I.mpptmttpu 1.002e+45 8.93  8.93  3.110e+38 0.00153   6501 
diHPCARP_I.mmttpttmu 5.069e+44 8.54  8.54  3.070e+38 0.00151   6502 
diHPCARP_I.mpptptpmu 4.290e+44 8.45  8.45  3.023e+38 0.00149   6503 
diHPCARP_I.mpmmttppu 2.784e+43 6.82  6.82  3.002e+38 0.00148   6504 
diHPCARP_I.mttpptppu 6.962e+43 7.37  7.37  2.987e+38 0.00147   6505 
diHPCARP_I.tmpmptptu 5.122e+43 7.19  7.19  2.982e+38 0.00147   6506 
diHPCARP_I.ptttmttmu 2.221e+44 8.06  8.06  2.980e+38 0.00147   6507 
diHPCARP_I.ptptmtmpu 2.917e+44 8.22  8.22  2.976e+38 0.00147   6508 
diHPCARP_I.mmttmtpmu 2.495e+44 8.14  8.14  2.945e+38 0.00145   6509 
diHPCARP_I.mmmppmtmu 6.495e+43 7.34  7.34  2.942e+38 0.00145   6510 
diHPCARP_I.pmmtptppu 6.882e+43 7.38  7.38  2.915e+38 0.00144   6511 
diHPCARP_I.mttmmtmpu 1.330e+44 7.77  7.77  2.907e+38 0.00143   6512 
diHPCARP_I.mtptttpmu 1.393e+44 7.80  7.80  2.903e+38 0.00143   6513 
diHPCARP_I.ttpmmttpu 4.983e+43 7.19  7.19  2.871e+38 0.00141   6514 
diHPCARP_I.mpmmttptu 1.888e+43 6.62  6.62  2.854e+38 0.00141   6515 
diHPCARP_I.tmtpmtttu 1.386e+44 7.81  7.81  2.847e+38 0.0014    6516 
diHPCARP_I.tptmttmtu 2.635e+44 8.19  8.19  2.829e+38 0.00139   6517 
diHPCARP_I.mmpmpmptu 4.358e+43 7.12  7.12  2.811e+38 0.00139   6518 
diHPCARP_I.tptppmtpu 1.505e+45 9.24  9.24  2.800e+38 0.00138   6519 
diHPCARP_I.mtptmppmu 5.542e+43 7.27  7.27  2.793e+38 0.00138   6520 
diHPCARP_I.mtpptttpu 4.792e+44 8.57  8.57  2.747e+38 0.00135   6521 
diHPCARP_I.tpptmppmu 8.014e+43 7.51  7.51  2.724e+38 0.00134   6522 
diHPCARP_I.pmmpppppu 1.817e+43 6.62  6.62  2.714e+38 0.00134   6523 
diHPCARP_I.tmttptpmu 3.135e+44 8.33  8.33  2.696e+38 0.00133   6524 
diHPCARP_I.tpptptmmu 1.214e+44 7.76  7.76  2.685e+38 0.00132   6525 
diHPCARP_I.mtptmmpmu 1.232e+44 7.77  7.77  2.684e+38 0.00132   6526 
diHPCARP_I.pmtmmtppu 5.664e+43 7.31  7.31  2.666e+38 0.00131   6527 
diHPCARP_I.pmmmttpmu 1.575e+43 6.56  6.56  2.640e+38 0.0013    6528 
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diHPCARP_I.ppttpttmu 9.399e+43 7.62  7.62  2.628e+38 0.0013    6529 
diHPCARP_I.pptmtppmu 1.902e+44 8.04  8.04  2.628e+38 0.00129   6530 
diHPCARP_I.tmtppmpmu 1.515e+44 7.91  7.91  2.627e+38 0.00129   6531 
diHPCARP_I.mptmptpmu 7.017e+43 7.45  7.45  2.622e+38 0.00129   6532 
diHPCARP_I.ppttmtmpu 6.611e+43 7.42  7.42  2.613e+38 0.00129   6533 
diHPCARP_I.mptpmtpmu 6.742e+43 7.43  7.43  2.609e+38 0.00129   6534 
diHPCARP_I.mmtpmtttu 3.191e+44 8.36  8.36  2.599e+38 0.00128   6535 
diHPCARP_I.pmptptpmu 2.399e+43 6.82  6.82  2.592e+38 0.00128   6536 
diHPCARP_I.tpmpmtpmu 2.380e+43 6.81  6.81  2.585e+38 0.00127   6537 
diHPCARP_I.tmttpptmu 2.834e+44 8.30  8.30  2.563e+38 0.00126   6538 
diHPCARP_I.pmtmmmtmu 9.243e+43 7.63  7.63  2.556e+38 0.00126   6539 
diHPCARP_I.ttmtmmttu 5.663e+43 7.34  7.34  2.537e+38 0.00125   6540 
diHPCARP_I.tpmmmtmpu 4.543e+43 7.21  7.21  2.522e+38 0.00124   6541 
diHPCARP_I.tmpmppptu 7.205e+43 7.49  7.49  2.514e+38 0.00124   6542 
diHPCARP_I.mmtmttmtu 1.172e+45 9.16  9.16  2.508e+38 0.00124   6543 
diHPCARP_I.mmmpttttu 2.227e+44 8.17  8.17  2.500e+38 0.00123   6544 
diHPCARP_I.mpptpttpu 7.706e+44 8.91  8.91  2.491e+38 0.00123   6545 
diHPCARP_I.mmtmmpmmu 5.113e+44 8.67  8.67  2.483e+38 0.00122   6546 
diHPCARP_I.mtmmpptpu 1.210e+44 7.81  7.81  2.467e+38 0.00122   6547 
diHPCARP_I.mtpmtppmu 2.795e+43 6.94  6.94  2.454e+38 0.00121   6548 
diHPCARP_I.pptpmtpmu 3.602e+43 7.09  7.09  2.452e+38 0.00121   6549 
diHPCARP_I.mttmpttmu 5.226e+43 7.31  7.31  2.451e+38 0.00121   6550 
diHPCARP_I.mptpmmppu 5.584e+43 7.37  7.37  2.401e+38 0.00118   6551 
diHPCARP_I.mtmmppmmu 1.035e+44 7.74  7.74  2.374e+38 0.00117   6552 
diHPCARP_I.mpptmtttu 1.242e+45 9.23  9.23  2.360e+38 0.00116   6553 
diHPCARP_I.pmppttmpu 6.331e+43 7.46  7.46  2.337e+38 0.00115   6554 
diHPCARP_I.ttmtmmptu 4.417e+43 7.25  7.25  2.325e+38 0.00115   6555 
diHPCARP_I.ttmmtpppu 5.085e+43 7.33  7.33  2.315e+38 0.00114   6556 
diHPCARP_I.tmtmmtmmu 2.345e+44 8.25  8.25  2.307e+38 0.00114   6557 
diHPCARP_I.ptpmtptpu 1.760e+44 8.08  8.08  2.289e+38 0.00113   6558 
diHPCARP_I.ttpmptmtu 4.361e+43 7.25  7.25  2.269e+38 0.00112   6559 
diHPCARP_I.ptppmpmmu 1.594e+43 6.66  6.66  2.254e+38 0.00111   6560 
diHPCARP_I.pttmptmtu 1.023e+44 7.77  7.77  2.247e+38 0.00111   6561 
diHPCARP_I.tptpptmmu 6.459e+44 8.87  8.87  2.232e+38 0.0011    6562 
diHPCARP_I.ppptmttpu 3.663e+44 8.54  8.54  2.201e+38 0.00108   6563 
diHPCARP_I.mpptmtmmu 1.851e+44 8.13  8.13  2.198e+38 0.00108   6564 
diHPCARP_I.tttmmpmtu 4.754e+44 8.70  8.70  2.189e+38 0.00108   6565 
diHPCARP_I.ppptmtttu 5.278e+44 8.76  8.76  2.177e+38 0.00107   6566 
diHPCARP_I.mmttpptmu 2.131e+44 8.22  8.22  2.174e+38 0.00107   6567 
diHPCARP_I.tmmppptmu 3.217e+43 7.10  7.10  2.150e+38 0.00106   6568 
diHPCARP_I.mpttmtppu 5.507e+44 8.80  8.80  2.124e+38 0.00105   6569 
diHPCARP_I.mtmmmtmpu 8.275e+43 7.68  7.68  2.105e+38 0.00104   6570 
diHPCARP_I.mptmpmtmu 5.465e+43 7.43  7.43  2.104e+38 0.00104   6571 
diHPCARP_I.tptmtpmtu 3.313e+44 8.51  8.51  2.095e+38 0.00103   6572 
diHPCARP_I.tmppptmtu 1.460e+44 8.04  8.04  2.016e+38 0.000994  6573 
diHPCARP_I.pmttpttmu 1.340e+44 7.99  7.99  2.012e+38 0.000991  6574 
diHPCARP_I.mtmtmtmpu 9.125e+43 7.77  7.77  1.993e+38 0.000982  6575 
diHPCARP_I.ptptmtttu 6.738e+44 8.96  8.96  1.992e+38 0.000982  6576 
diHPCARP_I.ptmtpttmu 2.201e+44 8.30  8.30  1.990e+38 0.00098   6577 
diHPCARP_I.tptmpmtmu 3.730e+43 7.24  7.24  1.989e+38 0.00098   6578 
diHPCARP_I.ttptttmpu 2.910e+44 8.47  8.47  1.979e+38 0.000975  6579 
diHPCARP_I.mmttptppu 1.011e+44 7.84  7.84  1.972e+38 0.000971  6580 
diHPCARP_I.tppmmtttu 2.133e+44 8.28  8.28  1.969e+38 0.00097   6581 
diHPCARP_I.ptptmmmpu 3.629e+44 8.61  8.61  1.947e+38 0.000959  6582 
diHPCARP_I.pmttmtpmu 1.812e+44 8.20  8.20  1.939e+38 0.000956  6583 
diHPCARP_I.ttttmtmpu 1.183e+44 7.94  7.94  1.931e+38 0.000952  6584 
diHPCARP_I.pptmptppu 2.451e+43 7.01  7.01  1.924e+38 0.000948  6585 
diHPCARP_I.mmmmpmtpu 8.603e+43 7.76  7.76  1.918e+38 0.000945  6586 
diHPCARP_I.tmpmpttpu 8.670e+43 7.77  7.77  1.900e+38 0.000936  6587 
diHPCARP_I.tptmptmmu 5.126e+43 7.46  7.46  1.889e+38 0.000931  6588 
diHPCARP_I.tptpmpmpu 1.178e+44 7.97  7.97  1.844e+38 0.000909  6589 
diHPCARP_I.ptptmtmmu 1.061e+44 7.91  7.91  1.841e+38 0.000907  6590 
diHPCARP_I.mpptptptu 6.337e+43 7.61  7.61  1.823e+38 0.000898  6591 
diHPCARP_I.mpttptppu 2.586e+44 8.45  8.45  1.805e+38 0.00089   6592 
diHPCARP_I.pmmtptmpu 3.527e+43 7.27  7.27  1.795e+38 0.000885  6593 
diHPCARP_I.tpmtttmmu 1.052e+44 7.92  7.92  1.792e+38 0.000883  6594 
diHPCARP_I.ptttmtppu 1.380e+44 8.09  8.09  1.772e+38 0.000873  6595 
diHPCARP_I.ptttmtmpu 1.753e+44 8.23  8.23  1.772e+38 0.000873  6596 
diHPCARP_I.mptptmtmu 1.667e+44 8.21  8.21  1.743e+38 0.000859  6597 
diHPCARP_I.ppmpmpmpu 2.039e+43 6.96  6.96  1.734e+38 0.000855  6598 
diHPCARP_I.tttmmtmmu 1.835e+44 8.27  8.27  1.734e+38 0.000855  6599 
diHPCARP_I.mptmtmmpu 3.321e+44 8.62  8.62  1.732e+38 0.000854  6600 
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diHPCARP_I.tmtmmpmmu 3.361e+44 8.63  8.63  1.729e+38 0.000852  6601 
diHPCARP_I.mpptptmpu 1.051e+44 7.95  7.95  1.709e+38 0.000842  6602 
diHPCARP_I.tmptptpmu 4.434e+43 7.43  7.43  1.708e+38 0.000842  6603 
diHPCARP_I.mtptpttpu 7.391e+43 7.74  7.74  1.706e+38 0.000841  6604 
diHPCARP_I.tmttptppu 1.166e+44 8.02  8.02  1.666e+38 0.000821  6605 
diHPCARP_I.mmppptmmu 1.432e+44 8.15  8.15  1.666e+38 0.000821  6606 
diHPCARP_I.ttmtptmpu 1.571e+44 8.21  8.21  1.643e+38 0.00081   6607 
diHPCARP_I.mmttttpmu 4.589e+44 8.85  8.85  1.629e+38 0.000803  6608 
diHPCARP_I.ttmtmttpu 6.196e+43 7.66  7.66  1.624e+38 0.0008    6609 
diHPCARP_I.pppttttpu 3.886e+44 8.76  8.76  1.623e+38 0.0008    6610 
diHPCARP_I.ppptpttpu 2.976e+44 8.60  8.60  1.613e+38 0.000795  6611 
diHPCARP_I.mptmpppmu 3.532e+43 7.34  7.34  1.597e+38 0.000787  6612 
diHPCARP_I.pptmpmtmu 2.961e+43 7.24  7.24  1.581e+38 0.000779  6613 
diHPCARP_I.ttptmtttu 8.082e+44 9.21  9.21  1.576e+38 0.000777  6614 
diHPCARP_I.mpttmttmu 1.733e+44 8.30  8.30  1.570e+38 0.000774  6615 
diHPCARP_I.tptpmmppu 2.967e+43 7.25  7.25  1.559e+38 0.000768  6616 
diHPCARP_I.tpmtttttu 5.167e+44 8.95  8.95  1.551e+38 0.000764  6617 
diHPCARP_I.mpptpppmu 2.247e+43 7.09  7.09  1.534e+38 0.000756  6618 
diHPCARP_I.tmtmptttu 1.064e+44 8.02  8.02  1.518e+38 0.000748  6619 
diHPCARP_I.tmpmtttpu 5.339e+43 7.62  7.62  1.503e+38 0.000741  6620 
diHPCARP_I.mtppppmpu 6.894e+43 7.78  7.78  1.483e+38 0.000731  6621 
diHPCARP_I.tttpptmpu 1.055e+44 8.05  8.05  1.444e+38 0.000711  6622 
diHPCARP_I.tppppmtpu 8.337e+44 9.28  9.28  1.443e+38 0.000711  6623 
diHPCARP_I.mmmmpmptu 3.210e+43 7.34  7.34  1.439e+38 0.000709  6624 
diHPCARP_I.tttmmtpmu 6.745e+43 7.79  7.79  1.425e+38 0.000702  6625 
diHPCARP_I.tpmtptppu 8.693e+43 7.94  7.94  1.424e+38 0.000702  6626 
diHPCARP_I.mttmmttmu 1.298e+44 8.19  8.19  1.408e+38 0.000694  6627 
diHPCARP_I.ttmmttppu 3.460e+43 7.40  7.40  1.402e+38 0.000691  6628 
diHPCARP_I.tppppmttu 5.060e+44 9.00  9.00  1.402e+38 0.000691  6629 
diHPCARP_I.tmpmttmtu 7.215e+43 7.84  7.84  1.401e+38 0.00069   6630 
diHPCARP_I.pmtmpmtmu 4.093e+43 7.51  7.51  1.395e+38 0.000687  6631 
diHPCARP_I.mpmmmttmu 4.439e+43 7.56  7.56  1.390e+38 0.000685  6632 
diHPCARP_I.ppmtptpmu 7.949e+43 7.90  7.90  1.387e+38 0.000684  6633 
diHPCARP_I.tpttmtmmu 2.117e+44 8.49  8.49  1.380e+38 0.00068   6634 
diHPCARP_I.pmptptmpu 1.460e+43 6.90  6.90  1.376e+38 0.000678  6635 
diHPCARP_I.mptppmtmu 1.453e+44 8.27  8.27  1.375e+38 0.000677  6636 
diHPCARP_I.pppmmttpu 9.926e+43 8.04  8.04  1.374e+38 0.000677  6637 
diHPCARP_I.mmtmmtmmu 3.301e+44 8.76  8.76  1.367e+38 0.000674  6638 
diHPCARP_I.ppttmttmu 8.852e+43 7.99  7.99  1.349e+38 0.000665  6639 
diHPCARP_I.mttptttmu 1.175e+44 8.15  8.15  1.347e+38 0.000664  6640 
diHPCARP_I.tpttmpmpu 1.608e+44 8.34  8.34  1.342e+38 0.000661  6641 
diHPCARP_I.tptptmtmu 1.435e+44 8.28  8.28  1.332e+38 0.000656  6642 
diHPCARP_I.mpptmpmpu 2.699e+44 8.66  8.66  1.323e+38 0.000652  6643 
diHPCARP_I.ttmppptpu 6.976e+43 7.86  7.86  1.319e+38 0.00065   6644 
diHPCARP_I.ttmtmttmu 9.420e+43 8.04  8.04  1.314e+38 0.000648  6645 
diHPCARP_I.ttmpppttu 1.244e+44 8.21  8.21  1.307e+38 0.000644  6646 
diHPCARP_I.pmtptmtmu 6.279e+43 7.80  7.80  1.303e+38 0.000642  6647 
diHPCARP_I.ttttptmpu 1.461e+44 8.31  8.31  1.299e+38 0.00064   6648 
diHPCARP_I.mtppmtmmu 4.761e+43 7.64  7.64  1.284e+38 0.000633  6649 
diHPCARP_I.tpttmppmu 7.851e+43 7.94  7.94  1.282e+38 0.000632  6650 
diHPCARP_I.mtmmpttpu 1.108e+44 8.15  8.15  1.278e+38 0.00063   6651 
diHPCARP_I.ptmtptppu 7.914e+43 7.95  7.95  1.275e+38 0.000628  6652 
diHPCARP_I.mmppmmmmu 8.513e+43 8.00  8.00  1.273e+38 0.000627  6653 
diHPCARP_I.ptppppmpu 8.230e+43 7.98  7.98  1.268e+38 0.000625  6654 
diHPCARP_I.ttmmmttpu 1.680e+44 8.41  8.41  1.251e+38 0.000617  6655 
diHPCARP_I.ppmpmtmmu 1.382e+43 6.92  6.92  1.250e+38 0.000616  6656 
diHPCARP_I.mmpmptttu 4.329e+43 7.60  7.60  1.250e+38 0.000616  6657 
diHPCARP_I.mmmmtmmtu 1.833e+44 8.47  8.47  1.237e+38 0.000609  6658 
diHPCARP_I.ttptmpmpu 1.086e+44 8.16  8.16  1.235e+38 0.000608  6659 
diHPCARP_I.pptmpppmu 8.240e+43 8.00  8.00  1.231e+38 0.000607  6660 
diHPCARP_I.tmttmttmu 2.395e+44 8.63  8.63  1.230e+38 0.000606  6661 
diHPCARP_I.mttpmttpu 1.826e+44 8.47  8.47  1.225e+38 0.000604  6662 
diHPCARP_I.pptpptmpu 3.183e+44 8.81  8.81  1.209e+38 0.000596  6663 
diHPCARP_I.tttmptmtu 1.504e+44 8.37  8.37  1.205e+38 0.000594  6664 
diHPCARP_I.mptmmmtmu 1.141e+44 8.21  8.21  1.187e+38 0.000585  6665 
diHPCARP_I.mtmpppmpu 1.005e+44 8.14  8.14  1.184e+38 0.000583  6666 
diHPCARP_I.pttpptmpu 1.354e+44 8.32  8.32  1.183e+38 0.000583  6667 
diHPCARP_I.mptmmmmpu 3.341e+44 8.86  8.86  1.181e+38 0.000582  6668 
diHPCARP_I.ppptptttu 2.500e+44 8.69  8.69  1.172e+38 0.000578  6669 
diHPCARP_I.mttmpttpu 1.018e+44 8.16  8.16  1.166e+38 0.000575  6670 
diHPCARP_I.mptpptmmu 8.671e+43 8.06  8.06  1.159e+38 0.000571  6671 
diHPCARP_I.mmtmpttpu 2.150e+44 8.61  8.61  1.153e+38 0.000568  6672 
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diHPCARP_I.pmmtpmppu 1.574e+44 8.42  8.42  1.150e+38 0.000566  6673 
diHPCARP_I.tptmmmmpu 3.199e+44 8.85  8.85  1.143e+38 0.000563  6674 
diHPCARP_I.pppmmtttu 1.165e+44 8.26  8.26  1.122e+38 0.000553  6675 
diHPCARP_I.tttpmtmmu 7.308e+43 7.99  7.99  1.109e+38 0.000546  6676 
diHPCARP_I.tmpmptmmu 5.087e+43 7.77  7.77  1.107e+38 0.000546  6677 
diHPCARP_I.tmpmptmtu 1.070e+44 8.22  8.22  1.095e+38 0.000539  6678 
diHPCARP_I.ttpmtpmpu 4.511e+43 7.71  7.71  1.094e+38 0.000539  6679 
diHPCARP_I.mmppmmttu 2.518e+44 8.74  8.74  1.079e+38 0.000532  6680 
diHPCARP_I.mmtmmtmtu 1.193e+45 9.67  9.67  1.079e+38 0.000532  6681 
diHPCARP_I.pmmpmtpmu 1.142e+43 6.90  6.90  1.069e+38 0.000527  6682 
diHPCARP_I.pptmttmmu 1.919e+44 8.59  8.59  1.069e+38 0.000527  6683 
diHPCARP_I.ttptmttpu 2.359e+44 8.71  8.71  1.068e+38 0.000526  6684 
diHPCARP_I.pmmtmmmtu 1.532e+43 7.08  7.08  1.065e+38 0.000525  6685 
diHPCARP_I.mptmmttpu 4.157e+44 9.05  9.05  1.053e+38 0.000519  6686 
diHPCARP_I.pmttmmptu 1.254e+44 8.35  8.35  1.045e+38 0.000515  6687 
diHPCARP_I.mpptptmmu 1.373e+44 8.40  8.40  1.043e+38 0.000514  6688 
diHPCARP_I.ptttmtmmu 4.533e+44 9.11  9.11  1.038e+38 0.000512  6689 
diHPCARP_I.tmptttptu 3.048e+44 8.88  8.88  1.036e+38 0.000511  6690 
diHPCARP_I.ttttmttmu 1.395e+44 8.42  8.42  1.034e+38 0.000509  6691 
diHPCARP_I.mpttmtmmu 1.480e+44 8.45  8.45  1.031e+38 0.000508  6692 
diHPCARP_I.ppmtpmmpu 2.768e+43 7.45  7.45  1.029e+38 0.000507  6693 
diHPCARP_I.mmppptmtu 1.091e+44 8.28  8.28  1.018e+38 0.000502  6694 
diHPCARP_I.pppmmppmu 5.269e+43 7.85  7.85  1.013e+38 0.000499  6695 
diHPCARP_I.pttmptmmu 7.114e+43 8.03  8.03  1.002e+38 0.000494  6696 
diHPCARP_I.mmptptpmu 5.218e+43 7.86  7.86  9.846e+37 0.000485  6697 
diHPCARP_I.tpmtmttmu 1.089e+44 8.30  8.30  9.767e+37 0.000481  6698 
diHPCARP_I.mptpmmmpu 5.277e+43 7.87  7.87  9.767e+37 0.000481  6699 
diHPCARP_I.pmttmttmu 1.177e+44 8.36  8.36  9.569e+37 0.000472  6700 
diHPCARP_I.mttpmtttu 1.206e+44 8.37  8.37  9.561e+37 0.000471  6701 
diHPCARP_I.pmttppppu 1.153e+44 8.35  8.35  9.550e+37 0.000471  6702 
diHPCARP_I.ptmptmtmu 5.320e+43 7.89  7.89  9.544e+37 0.00047   6703 
diHPCARP_I.pptpmppmu 3.689e+43 7.67  7.67  9.469e+37 0.000467  6704 
diHPCARP_I.tmmppttmu 4.840e+43 7.84  7.84  9.415e+37 0.000464  6705 
diHPCARP_I.mmptppppu 4.754e+43 7.83  7.83  9.377e+37 0.000462  6706 
diHPCARP_I.mmtmptmmu 5.095e+44 9.25  9.25  9.355e+37 0.000461  6707 
diHPCARP_I.ptttptmpu 1.704e+44 8.59  8.59  9.353e+37 0.000461  6708 
diHPCARP_I.ptttmppmu 2.136e+44 8.73  8.73  9.318e+37 0.000459  6709 
diHPCARP_I.pptpmtppu 2.532e+43 7.47  7.47  9.208e+37 0.000454  6710 
diHPCARP_I.pptppmtmu 7.888e+43 8.15  8.15  9.165e+37 0.000452  6711 
diHPCARP_I.pptmtpmtu 4.246e+44 9.15  9.15  9.107e+37 0.000449  6712 
diHPCARP_I.tmmpptppu 2.367e+43 7.44  7.44  9.018e+37 0.000444  6713 
diHPCARP_I.mmttmpppu 7.934e+43 8.16  8.16  9.006e+37 0.000444  6714 
diHPCARP_I.mmpmptptu 3.119e+43 7.61  7.61  8.965e+37 0.000442  6715 
diHPCARP_I.pmtpmpmpu 2.168e+44 8.76  8.76  8.958e+37 0.000441  6716 
diHPCARP_I.ppttmpmpu 1.442e+44 8.52  8.52  8.922e+37 0.00044   6717 
diHPCARP_I.mtttmtpmu 6.672e+43 8.06  8.06  8.916e+37 0.000439  6718 
diHPCARP_I.pptpmtmmu 3.132e+43 7.63  7.63  8.713e+37 0.000429  6719 
diHPCARP_I.tpmpmmmpu 4.144e+43 7.80  7.80  8.653e+37 0.000426  6720 
diHPCARP_I.pmmtmttmu 1.737e+44 8.65  8.65  8.617e+37 0.000425  6721 
diHPCARP_I.tmppptttu 1.729e+44 8.66  8.66  8.442e+37 0.000416  6722 
diHPCARP_I.tptppmtmu 9.369e+43 8.31  8.31  8.338e+37 0.000411  6723 
diHPCARP_I.ptmpppmmu 4.172e+43 7.82  7.82  8.325e+37 0.00041   6724 
diHPCARP_I.mmmppttmu 1.108e+44 8.41  8.41  8.275e+37 0.000408  6725 
diHPCARP_I.tmmpptttu 2.502e+44 8.90  8.90  8.221e+37 0.000405  6726 
diHPCARP_I.mmppmptmu 2.005e+44 8.77  8.77  8.135e+37 0.000401  6727 
diHPCARP_I.mpptppmpu 4.383e+43 7.87  7.87  8.128e+37 0.0004    6728 
diHPCARP_I.mmttmttmu 5.071e+44 9.33  9.33  8.110e+37 0.0004    6729 
diHPCARP_I.mtpmtmpmu 5.354e+43 7.99  7.99  8.060e+37 0.000397  6730 
diHPCARP_I.tpmpttpmu 8.715e+43 8.29  8.29  7.997e+37 0.000394  6731 
diHPCARP_I.ptpmmpmpu 6.111e+43 8.08  8.08  7.991e+37 0.000394  6732 
diHPCARP_I.tptmmmtmu 8.811e+43 8.30  8.30  7.952e+37 0.000392  6733 
diHPCARP_I.tpmtpttpu 2.789e+44 8.99  8.99  7.831e+37 0.000386  6734 
diHPCARP_I.ttmtpttpu 5.750e+44 9.43  9.43  7.821e+37 0.000385  6735 
diHPCARP_I.mpptptttu 5.071e+44 9.35  9.35  7.791e+37 0.000384  6736 
diHPCARP_I.mmpmtttpu 5.022e+43 7.98  7.98  7.742e+37 0.000381  6737 
diHPCARP_I.tpmmpmmtu 4.277e+43 7.89  7.89  7.673e+37 0.000378  6738 
diHPCARP_I.mmmmtmtpu 1.293e+44 8.55  8.55  7.597e+37 0.000374  6739 
diHPCARP_I.mtptptptu 6.442e+43 8.14  8.14  7.566e+37 0.000373  6740 
diHPCARP_I.ttpppppmu 7.524e+43 8.24  8.24  7.516e+37 0.00037   6741 
diHPCARP_I.ttpppptpu 4.753e+44 9.34  9.34  7.502e+37 0.00037   6742 
diHPCARP_I.ptpmtmtpu 1.341e+44 8.58  8.58  7.475e+37 0.000368  6743 
diHPCARP_I.tpttmtpmu 4.227e+44 9.27  9.27  7.440e+37 0.000367  6744 
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diHPCARP_I.pmtpmtmtu 2.236e+44 8.90  8.90  7.317e+37 0.000361  6745 
diHPCARP_I.tpttmttpu 3.097e+44 9.10  9.10  7.249e+37 0.000357  6746 
diHPCARP_I.pmmpttpmu 1.956e+43 7.46  7.46  7.244e+37 0.000357  6747 
diHPCARP_I.mtptmtmpu 1.577e+44 8.70  8.70  7.217e+37 0.000356  6748 
diHPCARP_I.ptptmtpmu 7.580e+43 8.27  8.27  7.216e+37 0.000356  6749 
diHPCARP_I.mtptmmmpu 3.246e+44 9.17  9.17  6.757e+37 0.000333  6750 
diHPCARP_I.ppptpppmu 8.361e+43 8.37  8.37  6.717e+37 0.000331  6751 
diHPCARP_I.ppmpmtppu 5.774e+42 6.78  6.78  6.683e+37 0.000329  6752 
diHPCARP_I.pmmtppppu 5.386e+43 8.11  8.11  6.673e+37 0.000329  6753 
diHPCARP_I.ptttptmmu 2.803e+44 9.09  9.09  6.656e+37 0.000328  6754 
diHPCARP_I.tmmmppptu 2.103e+43 7.55  7.55  6.644e+37 0.000327  6755 
diHPCARP_I.tpmmmtmmu 7.923e+43 8.34  8.34  6.628e+37 0.000327  6756 
diHPCARP_I.mpmtmttmu 2.781e+43 7.72  7.72  6.615e+37 0.000326  6757 
diHPCARP_I.ttttmtppu 2.014e+44 8.90  8.90  6.572e+37 0.000324  6758 
diHPCARP_I.tmmmpmtpu 5.788e+43 8.16  8.16  6.545e+37 0.000323  6759 
diHPCARP_I.mmppptttu 2.238e+44 8.98  8.98  6.473e+37 0.000319  6760 
diHPCARP_I.mtptpmppu 4.149e+43 7.97  7.97  6.454e+37 0.000318  6761 
diHPCARP_I.mptpptmpu 1.466e+44 8.73  8.73  6.447e+37 0.000318  6762 
diHPCARP_I.ptttmtpmu 1.007e+44 8.50  8.50  6.427e+37 0.000317  6763 
diHPCARP_I.tmttmptmu 2.038e+44 8.92  8.92  6.421e+37 0.000316  6764 
diHPCARP_I.mpptmppmu 1.087e+44 8.55  8.55  6.393e+37 0.000315  6765 
diHPCARP_I.ptppptpmu 4.092e+43 7.97  7.97  6.356e+37 0.000313  6766 
diHPCARP_I.pmtpmtttu 1.403e+44 8.71  8.71  6.344e+37 0.000313  6767 
diHPCARP_I.ppmmptppu 1.732e+43 7.48  7.48  6.124e+37 0.000302  6768 
diHPCARP_I.pmmtmtttu 4.841e+43 8.10  8.10  6.098e+37 0.0003    6769 
diHPCARP_I.pppppmttu 1.708e+44 8.85  8.85  6.056e+37 0.000298  6770 
diHPCARP_I.pptmmmtmu 6.465e+43 8.28  8.28  6.016e+37 0.000296  6771 
diHPCARP_I.ptmppmtpu 3.702e+44 9.33  9.33  5.949e+37 0.000293  6772 
diHPCARP_I.ptmtptmtu 3.643e+44 9.33  9.33  5.851e+37 0.000288  6773 
diHPCARP_I.tmpppttpu 1.470e+44 8.79  8.79  5.769e+37 0.000284  6774 
diHPCARP_I.ptmtptmmu 1.699e+44 8.89  8.89  5.685e+37 0.00028   6775 
diHPCARP_I.pmmpptppu 2.088e+43 7.66  7.66  5.498e+37 0.000271  6776 
diHPCARP_I.ptttmmmmu 2.493e+44 9.14  9.14  5.462e+37 0.000269  6777 
diHPCARP_I.mmmpptttu 2.015e+44 9.02  9.02  5.421e+37 0.000267  6778 
diHPCARP_I.ptttmpmmu 2.478e+44 9.14  9.14  5.408e+37 0.000266  6779 
diHPCARP_I.pptmmpmtu 3.513e+44 9.35  9.35  5.380e+37 0.000265  6780 
diHPCARP_I.mmpmptmtu 3.456e+43 7.97  7.97  5.363e+37 0.000264  6781 
diHPCARP_I.tmtpptpmu 4.723e+43 8.16  8.16  5.352e+37 0.000264  6782 
diHPCARP_I.mptppmppu 8.604e+43 8.52  8.52  5.316e+37 0.000262  6783 
diHPCARP_I.ppmmmmmpu 1.155e+43 7.33  7.33  5.309e+37 0.000262  6784 
diHPCARP_I.pmmtmmtpu 1.711e+43 7.57  7.57  5.212e+37 0.000257  6785 
diHPCARP_I.mmmmpmmmu 8.130e+43 8.50  8.50  5.185e+37 0.000255  6786 
diHPCARP_I.pmptmtpmu 6.213e+43 8.35  8.35  5.112e+37 0.000252  6787 
diHPCARP_I.tmmmtpmtu 1.563e+44 8.91  8.91  5.082e+37 0.00025   6788 
diHPCARP_I.mmpppttpu 1.691e+44 8.95  8.95  5.077e+37 0.00025   6789 
diHPCARP_I.mpttmtpmu 7.173e+44 9.82  9.82  5.065e+37 0.00025   6790 
diHPCARP_I.tmttmpppu 8.337e+43 8.54  8.54  5.020e+37 0.000247  6791 
diHPCARP_I.ptmmttmmu 9.522e+43 8.62  8.62  5.006e+37 0.000247  6792 
diHPCARP_I.mmmpptppu 2.981e+43 7.93  7.93  4.998e+37 0.000246  6793 
diHPCARP_I.ttptmtmmu 1.063e+44 8.69  8.69  4.995e+37 0.000246  6794 
diHPCARP_I.tpttttmmu 2.691e+44 9.24  9.24  4.987e+37 0.000246  6795 
diHPCARP_I.ptmtpmmmu 1.998e+44 9.06  9.06  4.979e+37 0.000245  6796 
diHPCARP_I.pmmtmptmu 1.802e+43 7.63  7.63  4.959e+37 0.000244  6797 
diHPCARP_I.tmtpttmpu 8.105e+43 8.53  8.53  4.929e+37 0.000243  6798 
diHPCARP_I.mmppmmtpu 1.295e+44 8.82  8.82  4.890e+37 0.000241  6799 
diHPCARP_I.ptmpptppu 7.264e+43 8.48  8.48  4.843e+37 0.000239  6800 
diHPCARP_I.ptttpppmu 1.794e+44 9.03  9.03  4.764e+37 0.000235  6801 
diHPCARP_I.tmtpmtmmu 1.252e+44 8.82  8.82  4.742e+37 0.000234  6802 
diHPCARP_I.mppmmpmpu 1.558e+44 8.95  8.95  4.734e+37 0.000233  6803 
diHPCARP_I.mppppmttu 4.667e+44 9.60  9.60  4.724e+37 0.000233  6804 
diHPCARP_I.mpmmpttpu 1.429e+44 8.90  8.90  4.689e+37 0.000231  6805 
diHPCARP_I.mpttmtmpu 1.154e+44 8.78  8.78  4.668e+37 0.00023   6806 
diHPCARP_I.tptpptmpu 1.056e+44 8.72  8.72  4.663e+37 0.00023   6807 
diHPCARP_I.ppttmttpu 1.353e+45 10.24 10.24 4.659e+37 0.00023   6808 
diHPCARP_I.pmmpmtmpu 4.608e+42 6.86  6.86  4.630e+37 0.000228  6809 
diHPCARP_I.ptptttptu 1.123e+44 8.77  8.77  4.603e+37 0.000227  6810 
diHPCARP_I.pmtmmmmmu 6.731e+44 9.84  9.84  4.561e+37 0.000225  6811 
diHPCARP_I.ptmppttmu 1.291e+43 7.49  7.49  4.537e+37 0.000224  6812 
diHPCARP_I.mtttptppu 4.410e+44 9.60  9.60  4.469e+37 0.00022   6813 
diHPCARP_I.tptmpmmpu 8.263e+43 8.61  8.61  4.429e+37 0.000218  6814 
diHPCARP_I.ppmpttpmu 5.879e+43 8.41  8.41  4.392e+37 0.000216  6815 
diHPCARP_I.pmmppmppu 9.263e+42 7.31  7.31  4.364e+37 0.000215  6816 
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diHPCARP_I.ppptmtmmu 8.305e+43 8.62  8.62  4.334e+37 0.000214  6817 
diHPCARP_I.ttmmppmmu 5.618e+43 8.39  8.39  4.309e+37 0.000212  6818 
diHPCARP_I.mmttmptmu 1.335e+44 8.92  8.92  4.225e+37 0.000208  6819 
diHPCARP_I.ptmtppmmu 2.611e+44 9.32  9.32  4.218e+37 0.000208  6820 
diHPCARP_I.pptpttmpu 5.251e+43 8.37  8.37  4.217e+37 0.000208  6821 
diHPCARP_I.pmttptppu 8.960e+43 8.69  8.69  4.217e+37 0.000208  6822 
diHPCARP_I.mpmmpmmpu 1.465e+43 7.61  7.61  4.216e+37 0.000208  6823 
diHPCARP_I.ptpmtmmpu 5.536e+43 8.40  8.40  4.209e+37 0.000207  6824 
diHPCARP_I.mtttptpmu 7.567e+43 8.59  8.59  4.184e+37 0.000206  6825 
diHPCARP_I.mpttptmmu 1.842e+44 9.12  9.12  4.176e+37 0.000206  6826 
diHPCARP_I.ppptmppmu 7.998e+43 8.63  8.63  4.145e+37 0.000204  6827 
diHPCARP_I.tmpttttpu 9.440e+44 10.10 10.10 4.126e+37 0.000203  6828 
diHPCARP_I.ppttmmmpu 6.422e+43 8.50  8.50  4.096e+37 0.000202  6829 
diHPCARP_I.ptttptpmu 1.242e+44 8.91  8.91  4.004e+37 0.000197  6830 
diHPCARP_I.mttpptpmu 4.895e+43 8.36  8.36  3.999e+37 0.000197  6831 
diHPCARP_I.ptpmpmmpu 5.339e+43 8.41  8.41  3.963e+37 0.000195  6832 
diHPCARP_I.mppmmttpu 1.254e+44 8.93  8.93  3.947e+37 0.000195  6833 
diHPCARP_I.mmtpmmttu 2.583e+44 9.36  9.36  3.946e+37 0.000194  6834 
diHPCARP_I.tpptpmppu 2.575e+43 7.99  7.99  3.888e+37 0.000192  6835 
diHPCARP_I.mmmmtpmmu 5.854e+43 8.48  8.48  3.869e+37 0.000191  6836 
diHPCARP_I.mtmtptmpu 2.048e+44 9.23  9.23  3.848e+37 0.00019   6837 
diHPCARP_I.pmttptpmu 2.125e+44 9.27  9.27  3.778e+37 0.000186  6838 
diHPCARP_I.pmppmtmpu 1.645e+43 7.75  7.75  3.702e+37 0.000182  6839 
diHPCARP_I.tpttmtmpu 1.227e+44 8.95  8.95  3.689e+37 0.000182  6840 
diHPCARP_I.tpptmmmpu 1.558e+44 9.10  9.10  3.649e+37 0.00018   6841 
diHPCARP_I.tpmpptppu 7.764e+43 8.69  8.69  3.645e+37 0.00018   6842 
diHPCARP_I.pmtpmtmmu 9.003e+43 8.78  8.78  3.602e+37 0.000178  6843 
diHPCARP_I.mpttmppmu 1.024e+44 8.86  8.86  3.591e+37 0.000177  6844 
diHPCARP_I.ppttmtttu 1.018e+45 10.24 10.24 3.542e+37 0.000175  6845 
diHPCARP_I.ptmtptpmu 7.963e+43 8.74  8.74  3.411e+37 0.000168  6846 
diHPCARP_I.mtptmpmpu 8.738e+43 8.80  8.80  3.385e+37 0.000167  6847 
diHPCARP_I.mtptpppmu 6.694e+43 8.65  8.65  3.356e+37 0.000165  6848 
diHPCARP_I.mpptmtptu 3.448e+44 9.63  9.63  3.342e+37 0.000165  6849 
diHPCARP_I.ttmmmtmmu 8.531e+43 8.81  8.81  3.284e+37 0.000162  6850 
diHPCARP_I.tptppmppu 5.073e+43 8.50  8.50  3.270e+37 0.000161  6851 
diHPCARP_I.tmptttmtu 3.428e+44 9.64  9.64  3.268e+37 0.000161  6852 
diHPCARP_I.ppmmtttmu 8.990e+43 8.84  8.84  3.265e+37 0.000161  6853 
diHPCARP_I.mpttttmpu 2.053e+44 9.33  9.33  3.251e+37 0.00016   6854 
diHPCARP_I.mmmtmmtpu 3.137e+44 9.59  9.59  3.249e+37 0.00016   6855 
diHPCARP_I.ppptptmmu 1.041e+44 8.94  8.94  3.191e+37 0.000157  6856 
diHPCARP_I.tmpmmtttu 5.787e+43 8.59  8.59  3.183e+37 0.000157  6857 
diHPCARP_I.pmtpmmttu 2.319e+44 9.42  9.42  3.162e+37 0.000156  6858 
diHPCARP_I.mmmmtpmtu 8.804e+43 8.85  8.85  3.139e+37 0.000155  6859 
diHPCARP_I.mptppppmu 2.120e+44 9.38  9.38  3.137e+37 0.000155  6860 
diHPCARP_I.ttpmtptpu 6.376e+43 8.67  8.67  3.102e+37 0.000153  6861 
diHPCARP_I.mmpmpmmmu 7.159e+43 8.74  8.74  3.100e+37 0.000153  6862 
diHPCARP_I.mpmtptppu 6.558e+43 8.68  8.68  3.092e+37 0.000152  6863 
diHPCARP_I.tptttppmu 1.114e+44 9.00  9.00  3.081e+37 0.000152  6864 
diHPCARP_I.tmtpmpttu 1.930e+44 9.33  9.33  3.059e+37 0.000151  6865 
diHPCARP_I.mmmptmttu 8.425e+43 8.86  8.86  2.975e+37 0.000147  6866 
diHPCARP_I.tpmpptttu 1.132e+44 9.04  9.04  2.963e+37 0.000146  6867 
diHPCARP_I.pttpptpmu 8.878e+43 8.90  8.90  2.924e+37 0.000144  6868 
diHPCARP_I.tttmptmmu 7.339e+43 8.79  8.79  2.923e+37 0.000144  6869 
diHPCARP_I.tmttmtmmu 3.184e+44 9.66  9.66  2.907e+37 0.000143  6870 
diHPCARP_I.mpptmmmpu 1.384e+44 9.17  9.17  2.899e+37 0.000143  6871 
diHPCARP_I.mmtpmtmmu 1.614e+44 9.26  9.26  2.883e+37 0.000142  6872 
diHPCARP_I.pmttptmmu 2.497e+44 9.53  9.53  2.872e+37 0.000142  6873 
diHPCARP_I.tmttptmmu 3.617e+44 9.75  9.75  2.864e+37 0.000141  6874 
diHPCARP_I.ttmppttmu 3.705e+43 8.39  8.39  2.856e+37 0.000141  6875 
diHPCARP_I.tmtmpptpu 1.302e+44 9.14  9.14  2.845e+37 0.00014   6876 
diHPCARP_I.ptmpppppu 7.838e+42 7.47  7.47  2.825e+37 0.000139  6877 
diHPCARP_I.mptmpmppu 6.040e+43 8.69  8.69  2.804e+37 0.000138  6878 
diHPCARP_I.mmtpmmmmu 2.738e+44 9.59  9.59  2.803e+37 0.000138  6879 
diHPCARP_I.pmttmtmmu 2.315e+44 9.50  9.50  2.788e+37 0.000137  6880 
diHPCARP_I.tmmmtmtpu 1.618e+44 9.29  9.29  2.765e+37 0.000136  6881 
diHPCARP_I.mtpmtpmpu 3.383e+43 8.36  8.36  2.736e+37 0.000135  6882 
diHPCARP_I.tmtpmpmmu 2.721e+44 9.61  9.61  2.726e+37 0.000134  6883 
diHPCARP_I.ttptmppmu 1.600e+44 9.29  9.29  2.715e+37 0.000134  6884 
diHPCARP_I.tmppmmmmu 4.772e+43 8.57  8.57  2.705e+37 0.000133  6885 
diHPCARP_I.tmpmmtptu 4.370e+43 8.52  8.52  2.699e+37 0.000133  6886 
diHPCARP_I.tptmpmppu 3.389e+43 8.38  8.38  2.684e+37 0.000132  6887 
diHPCARP_I.mmpmpmttu 1.234e+44 9.15  9.15  2.656e+37 0.000131  6888 
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diHPCARP_I.ttttmtpmu 1.093e+44 9.09  9.09  2.630e+37 0.00013   6889 
diHPCARP_I.pmtmpttpu 6.133e+43 8.75  8.75  2.606e+37 0.000128  6890 
diHPCARP_I.ptptmptpu 1.232e+44 9.16  9.16  2.605e+37 0.000128  6891 
diHPCARP_I.tmptppppu 2.625e+43 8.24  8.24  2.599e+37 0.000128  6892 
diHPCARP_I.mptmpmmpu 5.315e+43 8.67  8.67  2.589e+37 0.000128  6893 
diHPCARP_I.tmmtpmtmu 1.463e+44 9.27  9.27  2.576e+37 0.000127  6894 
diHPCARP_I.ttmtmpppu 1.004e+44 9.05  9.05  2.566e+37 0.000126  6895 
diHPCARP_I.mppppmtpu 4.926e+44 10.00 10.00 2.549e+37 0.000126  6896 
diHPCARP_I.mmtpptpmu 4.388e+43 8.57  8.57  2.527e+37 0.000125  6897 
diHPCARP_I.tpmpmmtmu 2.016e+44 9.48  9.48  2.485e+37 0.000122  6898 
diHPCARP_I.ptmpptmtu 5.626e+43 8.73  8.73  2.468e+37 0.000122  6899 
diHPCARP_I.ptttmttpu 3.702e+44 9.86  9.86  2.425e+37 0.000119  6900 
diHPCARP_I.mtpmmttpu 1.195e+44 9.19  9.19  2.417e+37 0.000119  6901 
diHPCARP_I.ttmmttmmu 2.252e+44 9.57  9.57  2.392e+37 0.000118  6902 
diHPCARP_I.ttptmtptu 1.555e+44 9.35  9.35  2.390e+37 0.000118  6903 
diHPCARP_I.tpmmpmppu 2.018e+43 8.14  8.14  2.382e+37 0.000117  6904 
diHPCARP_I.pmmppmtmu 8.074e+42 7.59  7.59  2.375e+37 0.000117  6905 
diHPCARP_I.mmtpmpmmu 2.090e+44 9.53  9.53  2.375e+37 0.000117  6906 
diHPCARP_I.ttmmmpmmu 7.778e+43 8.95  8.95  2.356e+37 0.000116  6907 
diHPCARP_I.mtttmtmpu 1.258e+44 9.24  9.24  2.338e+37 0.000115  6908 
diHPCARP_I.tpmmmttpu 2.006e+44 9.52  9.52  2.336e+37 0.000115  6909 
diHPCARP_I.pptpmmppu 2.522e+43 8.29  8.29  2.317e+37 0.000114  6910 
diHPCARP_I.mmpmpmtpu 8.260e+43 9.00  9.00  2.311e+37 0.000114  6911 
diHPCARP_I.mmttmtmtu 1.498e+45 10.73 10.73 2.304e+37 0.000114  6912 
diHPCARP_I.ttpmmmtpu 3.380e+44 9.84  9.84  2.275e+37 0.000112  6913 
diHPCARP_I.mtmppptpu 1.017e+44 9.13  9.13  2.275e+37 0.000112  6914 
diHPCARP_I.mpttmttpu 9.622e+44 10.47 10.47 2.257e+37 0.000111  6915 
diHPCARP_I.pptmmtppu 5.393e+43 8.76  8.76  2.253e+37 0.000111  6916 
diHPCARP_I.mmtmpptpu 1.078e+44 9.17  9.17  2.237e+37 0.00011   6917 
diHPCARP_I.tmttmtmtu 5.684e+44 10.18 10.18 2.195e+37 0.000108  6918 
diHPCARP_I.tpmpmmttu 8.541e+43 9.05  9.05  2.181e+37 0.000107  6919 
diHPCARP_I.mmttmtmmu 4.890e+44 10.10 10.10 2.159e+37 0.000106  6920 
diHPCARP_I.ttmpppmmu 5.048e+43 8.75  8.75  2.146e+37 0.000106  6921 
diHPCARP_I.mttpptmpu 1.296e+44 9.32  9.32  2.123e+37 0.000105  6922 
diHPCARP_I.ptpmtmpmu 6.069e+43 8.86  8.86  2.119e+37 0.000104  6923 
diHPCARP_I.tmmmtmmtu 1.378e+44 9.35  9.35  2.112e+37 0.000104  6924 
diHPCARP_I.mmmtpmtpu 3.449e+44 9.90  9.90  2.110e+37 0.000104  6925 
diHPCARP_I.tmptttttu 2.181e+44 9.64  9.64  2.084e+37 0.000103  6926 
diHPCARP_I.pmttpmtmu 1.277e+44 9.33  9.33  2.050e+37 0.000101  6927 
diHPCARP_I.pmtpptpmu 2.162e+43 8.28  8.28  1.995e+37 9.83e-05  6928 
diHPCARP_I.mmptttptu 1.186e+44 9.30  9.30  1.991e+37 9.81e-05  6929 
diHPCARP_I.mmttptmmu 5.043e+44 10.17 10.17 1.973e+37 9.72e-05  6930 
diHPCARP_I.mtpmtmmpu 9.453e+43 9.18  9.18  1.957e+37 9.64e-05  6931 
diHPCARP_I.ttmtpttmu 1.201e+44 9.32  9.32  1.957e+37 9.64e-05  6932 
diHPCARP_I.mtttptmpu 1.789e+44 9.56  9.56  1.948e+37 9.6e-05   6933 
diHPCARP_I.ttmmmpmtu 1.099e+44 9.27  9.27  1.941e+37 9.56e-05  6934 
diHPCARP_I.pmmmppptu 3.695e+43 8.63  8.63  1.922e+37 9.47e-05  6935 
diHPCARP_I.mpmtmpmpu 1.087e+44 9.27  9.27  1.919e+37 9.45e-05  6936 
diHPCARP_I.mmtmmptpu 6.876e+44 10.37 10.37 1.909e+37 9.41e-05  6937 
diHPCARP_I.tpmmmtpmu 4.522e+43 8.75  8.75  1.899e+37 9.36e-05  6938 
diHPCARP_I.mtmtpppmu 7.456e+43 9.05  9.05  1.895e+37 9.34e-05  6939 
diHPCARP_I.mmttppmmu 5.060e+44 10.20 10.20 1.892e+37 9.32e-05  6940 
diHPCARP_I.mppmmppmu 3.959e+43 8.69  8.69  1.863e+37 9.18e-05  6941 
diHPCARP_I.pmmtptttu 2.921e+44 9.88  9.88  1.861e+37 9.17e-05  6942 
diHPCARP_I.ttmtmtppu 6.144e+43 8.95  8.95  1.846e+37 9.1e-05   6943 
diHPCARP_I.ppttmtpmu 2.244e+44 9.74  9.74  1.817e+37 8.95e-05  6944 
diHPCARP_I.pmptmtmpu 6.839e+43 9.03  9.03  1.806e+37 8.9e-05   6945 
diHPCARP_I.tmttptmtu 7.265e+44 10.44 10.44 1.800e+37 8.87e-05  6946 
diHPCARP_I.mmttmpmmu 6.548e+44 10.39 10.39 1.780e+37 8.77e-05  6947 
diHPCARP_I.mtmmmptpu 2.480e+44 9.82  9.82  1.743e+37 8.59e-05  6948 
diHPCARP_I.mtmmttppu 6.503e+43 9.03  9.03  1.722e+37 8.49e-05  6949 
diHPCARP_I.mtttpttmu 1.796e+44 9.64  9.64  1.719e+37 8.47e-05  6950 
diHPCARP_I.ttttmtmmu 3.130e+44 9.97  9.97  1.718e+37 8.46e-05  6951 
diHPCARP_I.ttttpmmmu 3.212e+44 9.98  9.98  1.714e+37 8.45e-05  6952 
diHPCARP_I.tmtpmmmtu 2.600e+44 9.87  9.87  1.685e+37 8.3e-05   6953 
diHPCARP_I.ptmppmttu 1.939e+44 9.69  9.69  1.684e+37 8.3e-05   6954 
diHPCARP_I.pmtmmttpu 2.661e+44 9.88  9.88  1.682e+37 8.29e-05  6955 
diHPCARP_I.tptpttmtu 1.763e+44 9.65  9.65  1.650e+37 8.13e-05  6956 
diHPCARP_I.tpptpmmpu 1.564e+44 9.59  9.59  1.621e+37 7.99e-05  6957 
diHPCARP_I.tmptmtmtu 1.601e+44 9.60  9.60  1.618e+37 7.97e-05  6958 
diHPCARP_I.ttttmmmtu 3.073e+44 9.99  9.99  1.613e+37 7.95e-05  6959 
diHPCARP_I.pmmpmptmu 2.431e+43 8.48  8.48  1.612e+37 7.94e-05  6960 
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diHPCARP_I.ppttmppmu 1.524e+44 9.58  9.58  1.591e+37 7.84e-05  6961 
diHPCARP_I.pmttpmptu 1.251e+45 10.84 10.84 1.590e+37 7.84e-05  6962 
diHPCARP_I.pmmpptmpu 4.853e+42 7.54  7.54  1.569e+37 7.73e-05  6963 
diHPCARP_I.ttmtpptpu 2.322e+44 9.85  9.85  1.544e+37 7.61e-05  6964 
diHPCARP_I.mmptmtmtu 2.371e+44 9.87  9.87  1.532e+37 7.55e-05  6965 
diHPCARP_I.mpmmpppmu 1.458e+43 8.21  8.21  1.528e+37 7.53e-05  6966 
diHPCARP_I.tptmmmmmu 2.924e+44 10.00 10.00 1.521e+37 7.5e-05   6967 
diHPCARP_I.mmmptmtpu 7.866e+43 9.22  9.22  1.511e+37 7.44e-05  6968 
diHPCARP_I.pptpptppu 4.329e+43 8.88  8.88  1.462e+37 7.21e-05  6969 
diHPCARP_I.tmttmpmmu 4.749e+44 10.32 10.32 1.448e+37 7.14e-05  6970 
diHPCARP_I.tpmpmppmu 1.795e+43 8.37  8.37  1.442e+37 7.11e-05  6971 
diHPCARP_I.mttmmtmmu 1.975e+44 9.80  9.80  1.436e+37 7.08e-05  6972 
diHPCARP_I.ptttpttpu 4.385e+44 10.28 10.28 1.426e+37 7.03e-05  6973 
diHPCARP_I.pmmtttmtu 3.168e+44 10.09 10.09 1.405e+37 6.92e-05  6974 
diHPCARP_I.pmppttttu 2.405e+44 9.93  9.93  1.402e+37 6.91e-05  6975 
diHPCARP_I.tmppmmttu 9.781e+43 9.41  9.41  1.356e+37 6.68e-05  6976 
diHPCARP_I.ppmtmttmu 9.453e+43 9.40  9.40  1.350e+37 6.65e-05  6977 
diHPCARP_I.ppttttmmu 4.292e+44 10.30 10.30 1.346e+37 6.63e-05  6978 
diHPCARP_I.ttptppmpu 1.094e+44 9.49  9.49  1.333e+37 6.57e-05  6979 
diHPCARP_I.ppmpmmpmu 1.608e+43 8.35  8.35  1.333e+37 6.57e-05  6980 
diHPCARP_I.tmtttmmpu 4.513e+44 10.34 10.34 1.332e+37 6.56e-05  6981 
diHPCARP_I.ptmppmmpu 1.266e+44 9.58  9.58  1.321e+37 6.51e-05  6982 
diHPCARP_I.pptmptmmu 3.204e+43 8.77  8.77  1.313e+37 6.47e-05  6983 
diHPCARP_I.mmmppmtpu 7.637e+43 9.29  9.29  1.302e+37 6.42e-05  6984 
diHPCARP_I.tmpmmttpu 4.288e+43 8.96  8.96  1.282e+37 6.32e-05  6985 
diHPCARP_I.mtmpppttu 1.371e+44 9.65  9.65  1.280e+37 6.31e-05  6986 
diHPCARP_I.ppmtpttpu 1.700e+44 9.79  9.79  1.258e+37 6.2e-05   6987 
diHPCARP_I.tmptmttpu 2.741e+44 10.09 10.09 1.230e+37 6.06e-05  6988 
diHPCARP_I.tmmmpmmmu 5.602e+43 9.14  9.14  1.230e+37 6.06e-05  6989 
diHPCARP_I.mmtpmmmtu 2.651e+44 10.07 10.07 1.229e+37 6.05e-05  6990 
diHPCARP_I.mtmtmttpu 1.090e+44 9.54  9.54  1.221e+37 6.01e-05  6991 
diHPCARP_I.ppmmmtpmu 2.642e+43 8.70  8.70  1.219e+37 6.01e-05  6992 
diHPCARP_I.ttttptpmu 1.096e+44 9.56  9.56  1.195e+37 5.89e-05  6993 
diHPCARP_I.mptmmmppu 1.721e+44 9.83  9.83  1.191e+37 5.87e-05  6994 
diHPCARP_I.mptpptpmu 4.028e+44 10.34 10.34 1.183e+37 5.83e-05  6995 
diHPCARP_I.tmppmmtpu 7.532e+43 9.34  9.34  1.181e+37 5.82e-05  6996 
diHPCARP_I.ttmtmptpu 2.994e+44 10.17 10.17 1.168e+37 5.75e-05  6997 
diHPCARP_I.tmtmmptpu 3.643e+44 10.29 10.29 1.161e+37 5.72e-05  6998 
diHPCARP_I.ttmppttpu 2.328e+44 10.03 10.03 1.154e+37 5.69e-05  6999 
diHPCARP_I.tmmmtpmmu 5.209e+43 9.14  9.14  1.149e+37 5.66e-05  7000 
diHPCARP_I.mpttpppmu 1.962e+44 9.93  9.93  1.147e+37 5.65e-05  7001 
diHPCARP_I.mmptmpptu 1.642e+44 9.84  9.84  1.113e+37 5.49e-05  7002 
diHPCARP_I.mtptptmmu 3.479e+43 8.92  8.92  1.106e+37 5.45e-05  7003 
diHPCARP_I.pmmmpmtpu 6.894e+43 9.33  9.33  1.105e+37 5.44e-05  7004 
diHPCARP_I.tppppmmmu 3.043e+44 10.22 10.22 1.084e+37 5.34e-05  7005 
diHPCARP_I.tttpptpmu 9.201e+43 9.52  9.52  1.076e+37 5.3e-05   7006 
diHPCARP_I.mpmtmmppu 1.265e+43 8.34  8.34  1.068e+37 5.26e-05  7007 
diHPCARP_I.mtppttmtu 5.718e+43 9.24  9.24  1.054e+37 5.19e-05  7008 
diHPCARP_I.ttttptmmu 5.024e+44 10.54 10.54 1.053e+37 5.19e-05  7009 
diHPCARP_I.tmttppmmu 3.102e+44 10.25 10.25 1.052e+37 5.18e-05  7010 
diHPCARP_I.mmmttmmmu 2.658e+44 10.17 10.17 1.045e+37 5.15e-05  7011 
diHPCARP_I.ptmtmtpmu 1.517e+44 9.84  9.84  1.033e+37 5.09e-05  7012 
diHPCARP_I.mmpmmtptu 3.932e+43 9.03  9.03  1.032e+37 5.08e-05  7013 
diHPCARP_I.mmpmmtttu 6.362e+43 9.32  9.32  1.030e+37 5.07e-05  7014 
diHPCARP_I.mtptmttpu 3.033e+44 10.26 10.26 1.011e+37 4.98e-05  7015 
diHPCARP_I.ppptmtptu 2.781e+44 10.22 10.22 1.005e+37 4.95e-05  7016 
diHPCARP_I.mtpmtptpu 1.000e+44 9.62  9.62  9.868e+36 4.86e-05  7017 
diHPCARP_I.tmtmmttpu 2.452e+44 10.15 10.15 9.864e+36 4.86e-05  7018 
diHPCARP_I.ttmtppppu 7.778e+43 9.48  9.48  9.705e+36 4.78e-05  7019 
diHPCARP_I.pmttmtppu 1.259e+44 9.77  9.77  9.612e+36 4.74e-05  7020 
diHPCARP_I.ttttmttpu 3.464e+44 10.37 10.37 9.605e+36 4.73e-05  7021 
diHPCARP_I.mpptpmmpu 1.082e+44 9.69  9.69  9.427e+36 4.65e-05  7022 
diHPCARP_I.ppttmtmmu 1.133e+44 9.73  9.73  9.302e+36 4.58e-05  7023 
diHPCARP_I.ttmpppptu 7.359e+43 9.47  9.47  9.298e+36 4.58e-05  7024 
diHPCARP_I.ppmtttttu 2.919e+44 10.29 10.29 9.266e+36 4.57e-05  7025 
diHPCARP_I.mtmmptmmu 1.217e+44 9.77  9.77  9.223e+36 4.54e-05  7026 
diHPCARP_I.mtmtptpmu 6.156e+43 9.37  9.37  9.205e+36 4.54e-05  7027 
diHPCARP_I.mtmtpmttu 7.965e+44 10.93 10.93 8.693e+36 4.28e-05  7028 
diHPCARP_I.ttmtttmmu 2.082e+44 10.13 10.13 8.671e+36 4.27e-05  7029 
diHPCARP_I.mtmtmtttu 7.794e+43 9.55  9.55  8.601e+36 4.24e-05  7030 
diHPCARP_I.mpttpmtmu 1.644e+44 10.01 10.01 8.434e+36 4.16e-05  7031 
diHPCARP_I.mmpttttpu 7.076e+44 10.88 10.88 8.420e+36 4.15e-05  7032 
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diHPCARP_I.tmpmpmtpu 7.039e+43 9.52  9.52  8.203e+36 4.04e-05  7033 
diHPCARP_I.tttpptmmu 2.990e+44 10.38 10.38 8.158e+36 4.02e-05  7034 
diHPCARP_I.tmtpmpmtu 1.624e+44 10.03 10.03 8.002e+36 3.94e-05  7035 
diHPCARP_I.tmpmpmttu 6.907e+43 9.53  9.53  7.892e+36 3.89e-05  7036 
diHPCARP_I.pmmmtmmtu 7.892e+43 9.61  9.61  7.885e+36 3.89e-05  7037 
diHPCARP_I.ttptmptpu 2.656e+44 10.33 10.33 7.862e+36 3.87e-05  7038 
diHPCARP_I.mpmmptptu 2.244e+43 8.86  8.86  7.857e+36 3.87e-05  7039 
diHPCARP_I.ttmtptmmu 2.085e+44 10.20 10.20 7.768e+36 3.83e-05  7040 
diHPCARP_I.pmppppmmu 2.490e+44 10.31 10.31 7.742e+36 3.81e-05  7041 
diHPCARP_I.tpmttmmpu 1.040e+44 9.79  9.79  7.720e+36 3.8e-05   7042 
diHPCARP_I.pmttmpppu 1.083e+44 9.81  9.81  7.696e+36 3.79e-05  7043 
diHPCARP_I.pmttmmtmu 1.247e+44 9.90  9.90  7.614e+36 3.75e-05  7044 
diHPCARP_I.mmptttttu 2.406e+44 10.31 10.31 7.444e+36 3.67e-05  7045 
diHPCARP_I.mtmpptppu 1.350e+45 11.34 11.34 7.431e+36 3.66e-05  7046 
diHPCARP_I.mtmtmtppu 2.978e+44 10.44 10.44 7.391e+36 3.64e-05  7047 
diHPCARP_I.tpmpmmppu 5.082e+43 9.39  9.39  7.305e+36 3.6e-05   7048 
diHPCARP_I.tpptmmttu 5.949e+44 10.86 10.86 7.239e+36 3.57e-05  7049 
diHPCARP_I.ptmmmtpmu 6.996e+43 9.60  9.60  7.130e+36 3.51e-05  7050 
diHPCARP_I.ppmtmpmpu 8.130e+43 9.69  9.69  7.127e+36 3.51e-05  7051 
diHPCARP_I.tptpmmttu 1.187e+44 9.92  9.92  7.029e+36 3.46e-05  7052 
diHPCARP_I.mmptttmmu 1.509e+44 10.06 10.06 7.022e+36 3.46e-05  7053 
diHPCARP_I.mpttmmmpu 2.228e+44 10.30 10.30 6.978e+36 3.44e-05  7054 
diHPCARP_I.mtmppmptu 3.900e+43 9.27  9.27  6.879e+36 3.39e-05  7055 
diHPCARP_I.tpmmttpmu 3.234e+43 9.16  9.16  6.832e+36 3.37e-05  7056 
diHPCARP_I.tpttpmtmu 1.332e+44 10.01 10.01 6.830e+36 3.37e-05  7057 
diHPCARP_I.mptmmmmmu 2.793e+44 10.45 10.45 6.808e+36 3.35e-05  7058 
diHPCARP_I.mtmtmptmu 2.290e+44 10.35 10.35 6.654e+36 3.28e-05  7059 
diHPCARP_I.ptmppmmmu 1.369e+44 10.04 10.04 6.609e+36 3.26e-05  7060 
diHPCARP_I.mmpmmttpu 5.276e+43 9.48  9.48  6.600e+36 3.25e-05  7061 
diHPCARP_I.ptpmtmptu 1.994e+44 10.27 10.27 6.582e+36 3.24e-05  7062 
diHPCARP_I.tmmtpmtpu 4.171e+44 10.72 10.72 6.501e+36 3.2e-05   7063 
diHPCARP_I.mmtmmttpu 4.043e+44 10.70 10.70 6.443e+36 3.17e-05  7064 
diHPCARP_I.mtpmmmtpu 4.578e+44 10.78 10.78 6.434e+36 3.17e-05  7065 
diHPCARP_I.mppppmmmu 2.322e+44 10.37 10.37 6.431e+36 3.17e-05  7066 
diHPCARP_I.tptmmmppu 9.346e+43 9.83  9.83  6.419e+36 3.16e-05  7067 
diHPCARP_I.pmppptttu 1.503e+44 10.12 10.12 6.372e+36 3.14e-05  7068 
diHPCARP_I.tpttmpmtu 1.900e+44 10.26 10.26 6.356e+36 3.13e-05  7069 
diHPCARP_I.tmpmmpmtu 4.401e+43 9.39  9.39  6.346e+36 3.13e-05  7070 
diHPCARP_I.ttmtppmmu 9.906e+43 9.88  9.88  6.326e+36 3.12e-05  7071 
diHPCARP_I.tmmptmtmu 1.401e+44 10.09 10.09 6.263e+36 3.09e-05  7072 
diHPCARP_I.mppmmtptu 8.825e+43 9.82  9.82  6.155e+36 3.03e-05  7073 
diHPCARP_I.ttmppppmu 6.780e+43 9.68  9.68  6.033e+36 2.97e-05  7074 
diHPCARP_I.pmptptptu 7.569e+43 9.74  9.74  6.033e+36 2.97e-05  7075 
diHPCARP_I.mpttpttpu 1.315e+45 11.45 11.45 5.964e+36 2.94e-05  7076 
diHPCARP_I.ttpmmtpmu 7.384e+43 9.74  9.74  5.944e+36 2.93e-05  7077 
diHPCARP_I.tmpmmtmtu 4.173e+43 9.40  9.40  5.931e+36 2.92e-05  7078 
diHPCARP_I.mtpppptpu 2.721e+44 10.52 10.52 5.859e+36 2.89e-05  7079 
diHPCARP_I.ttmtptppu 7.196e+43 9.74  9.74  5.777e+36 2.85e-05  7080 
diHPCARP_I.pptmmmttu 4.640e+44 10.85 10.85 5.773e+36 2.84e-05  7081 
diHPCARP_I.ppmtttmmu 6.237e+43 9.66  9.66  5.767e+36 2.84e-05  7082 
diHPCARP_I.tmppppmmu 5.661e+44 10.97 10.97 5.739e+36 2.83e-05  7083 
diHPCARP_I.mmmptmmtu 9.198e+43 9.89  9.89  5.737e+36 2.83e-05  7084 
diHPCARP_I.pptttppmu 3.701e+44 10.72 10.72 5.716e+36 2.82e-05  7085 
diHPCARP_I.ppmmpmmmu 2.552e+43 9.13  9.13  5.705e+36 2.81e-05  7086 
diHPCARP_I.tmpmpmmmu 4.952e+43 9.54  9.54  5.532e+36 2.73e-05  7087 
diHPCARP_I.tpptppmtu 2.601e+44 10.53 10.53 5.531e+36 2.73e-05  7088 
diHPCARP_I.pmptptttu 7.296e+43 9.78  9.78  5.519e+36 2.72e-05  7089 
diHPCARP_I.pptpptpmu 3.121e+43 9.27  9.27  5.500e+36 2.71e-05  7090 
diHPCARP_I.mtmtmppmu 1.922e+44 10.36 10.36 5.473e+36 2.7e-05   7091 
diHPCARP_I.mtttmtppu 3.770e+44 10.77 10.77 5.418e+36 2.67e-05  7092 
diHPCARP_I.mtptppmpu 1.042e+44 10.01 10.01 5.309e+36 2.62e-05  7093 
diHPCARP_I.pptpmmttu 7.319e+43 9.81  9.81  5.258e+36 2.59e-05  7094 
diHPCARP_I.mptpmmttu 1.458e+44 10.22 10.22 5.258e+36 2.59e-05  7095 
diHPCARP_I.mmpptpmmu 5.968e+44 11.06 11.06 5.199e+36 2.56e-05  7096 
diHPCARP_I.mptttmmpu 5.611e+44 11.03 11.03 5.166e+36 2.55e-05  7097 
diHPCARP_I.tmpptpttu 4.934e+44 10.96 10.96 5.155e+36 2.54e-05  7098 
diHPCARP_I.pmppttptu 1.969e+44 10.41 10.41 5.127e+36 2.53e-05  7099 
diHPCARP_I.mtmtmttmu 1.188e+44 10.11 10.11 5.109e+36 2.52e-05  7100 
diHPCARP_I.mtmppppmu 3.115e+43 9.33  9.33  5.004e+36 2.47e-05  7101 
diHPCARP_I.ptmmttptu 1.030e+44 10.05 10.05 4.924e+36 2.43e-05  7102 
diHPCARP_I.ppttttppu 7.704e+43 9.88  9.88  4.911e+36 2.42e-05  7103 
diHPCARP_I.mpttmmtmu 1.636e+44 10.33 10.33 4.866e+36 2.4e-05   7104 
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diHPCARP_I.pmmmtmtpu 6.896e+43 9.83  9.83  4.735e+36 2.33e-05  7105 
diHPCARP_I.mtttmttmu 1.763e+44 10.40 10.40 4.711e+36 2.32e-05  7106 
diHPCARP_I.tptmmmttu 3.143e+44 10.74 10.74 4.689e+36 2.31e-05  7107 
diHPCARP_I.mpmmtmptu 4.325e+43 9.57  9.57  4.609e+36 2.27e-05  7108 
diHPCARP_I.ppmmmttpu 1.134e+44 10.15 10.15 4.575e+36 2.25e-05  7109 
diHPCARP_I.ttttpttpu 3.850e+44 10.89 10.89 4.511e+36 2.22e-05  7110 
diHPCARP_I.tmttmttpu 4.295e+44 10.96 10.96 4.425e+36 2.18e-05  7111 
diHPCARP_I.tmmttmmtu 3.153e+44 10.79 10.79 4.346e+36 2.14e-05  7112 
diHPCARP_I.mmmppmmtu 9.798e+43 10.10 10.10 4.266e+36 2.1e-05   7113 
diHPCARP_I.mmppppttu 5.058e+44 11.09 11.09 4.218e+36 2.08e-05  7114 
diHPCARP_I.tpptpmttu 5.088e+44 11.10 11.10 4.197e+36 2.07e-05  7115 
diHPCARP_I.mmptmttpu 2.287e+44 10.63 10.63 4.151e+36 2.05e-05  7116 
diHPCARP_I.tmtmppmtu 1.192e+44 10.25 10.25 4.051e+36 2e-05     7117 
diHPCARP_I.tmmmpmmpu 7.492e+43 9.98  9.98  4.004e+36 1.97e-05  7118 
diHPCARP_I.mpmmmpmpu 4.358e+43 9.66  9.66  3.976e+36 1.96e-05  7119 
diHPCARP_I.ppmpmmttu 6.045e+43 9.86  9.86  3.959e+36 1.95e-05  7120 
diHPCARP_I.ppttpmtmu 8.564e+43 10.08 10.08 3.873e+36 1.91e-05  7121 
diHPCARP_I.mtmtmpppu 1.524e+44 10.43 10.43 3.861e+36 1.9e-05   7122 
diHPCARP_I.tpttmmtmu 1.311e+44 10.34 10.34 3.826e+36 1.89e-05  7123 
diHPCARP_I.ttmpptmmu 9.226e+43 10.13 10.13 3.821e+36 1.88e-05  7124 
diHPCARP_I.pmmpmttpu 6.076e+43 9.90  9.90  3.761e+36 1.85e-05  7125 
diHPCARP_I.tppmmpmtu 1.125e+44 10.27 10.27 3.732e+36 1.84e-05  7126 
diHPCARP_I.ttmpptppu 8.855e+42 8.76  8.76  3.670e+36 1.81e-05  7127 
diHPCARP_I.ppptptptu 2.222e+44 10.69 10.69 3.653e+36 1.8e-05   7128 
diHPCARP_I.pmmppttmu 1.630e+43 9.13  9.13  3.635e+36 1.79e-05  7129 
diHPCARP_I.pmmmpmmmu 6.168e+43 9.92  9.92  3.633e+36 1.79e-05  7130 
diHPCARP_I.tmpppptpu 3.995e+44 11.04 11.04 3.630e+36 1.79e-05  7131 
diHPCARP_I.mtmtmtpmu 6.978e+43 10.03 10.03 3.437e+36 1.69e-05  7132 
diHPCARP_I.mpptmmttu 1.028e+45 11.64 11.64 3.432e+36 1.69e-05  7133 
diHPCARP_I.ppmmmpmpu 3.266e+43 9.59  9.59  3.352e+36 1.65e-05  7134 
diHPCARP_I.mptppmmmu 9.737e+44 11.62 11.62 3.347e+36 1.65e-05  7135 
diHPCARP_I.ptptpptpu 1.480e+44 10.50 10.50 3.331e+36 1.64e-05  7136 
diHPCARP_I.ppmmmtmmu 3.085e+43 9.58  9.58  3.248e+36 1.6e-05   7137 
diHPCARP_I.mpptppmtu 9.374e+43 10.24 10.24 3.232e+36 1.59e-05  7138 
diHPCARP_I.mmpmmtmtu 5.214e+43 9.90  9.90  3.208e+36 1.58e-05  7139 
diHPCARP_I.mmttpttpu 1.900e+45 12.05 12.05 3.145e+36 1.55e-05  7140 
diHPCARP_I.mmptppmmu 1.794e+44 10.65 10.65 3.141e+36 1.55e-05  7141 
diHPCARP_I.mmpmmtmmu 4.144e+43 9.79  9.79  3.073e+36 1.51e-05  7142 
diHPCARP_I.ttmtptpmu 8.866e+43 10.24 10.24 3.052e+36 1.5e-05   7143 
diHPCARP_I.pmpppmtmu 8.635e+44 11.60 11.60 3.050e+36 1.5e-05   7144 
diHPCARP_I.ppmpptttu 1.927e+44 10.71 10.71 3.047e+36 1.5e-05   7145 
diHPCARP_I.tmmttmptu 1.916e+44 10.71 10.71 3.009e+36 1.48e-05  7146 
diHPCARP_I.ppptpmttu 2.306e+44 10.83 10.83 2.984e+36 1.47e-05  7147 
diHPCARP_I.mtpmtmtpu 1.760e+44 10.67 10.67 2.976e+36 1.47e-05  7148 
diHPCARP_I.ttptpppmu 1.615e+44 10.62 10.62 2.956e+36 1.46e-05  7149 
diHPCARP_I.mtmtpptmu 2.292e+44 10.84 10.84 2.931e+36 1.44e-05  7150 
diHPCARP_I.ttmtpppmu 7.813e+43 10.19 10.19 2.924e+36 1.44e-05  7151 
diHPCARP_I.pmmtpptmu 1.505e+44 10.59 10.59 2.905e+36 1.43e-05  7152 
diHPCARP_I.tptttpmtu 2.856e+44 10.98 10.98 2.870e+36 1.41e-05  7153 
diHPCARP_I.mttpmpmmu 1.169e+44 10.46 10.46 2.822e+36 1.39e-05  7154 
diHPCARP_I.tppmmmttu 2.426e+44 10.89 10.89 2.816e+36 1.39e-05  7155 
diHPCARP_I.pmptpmtmu 3.098e+44 11.04 11.04 2.788e+36 1.37e-05  7156 
diHPCARP_I.ppttmmtmu 8.204e+43 10.28 10.28 2.678e+36 1.32e-05  7157 
diHPCARP_I.tmppppttu 3.616e+44 11.16 11.16 2.668e+36 1.31e-05  7158 
diHPCARP_I.mtmmmtpmu 3.394e+43 9.77  9.77  2.608e+36 1.29e-05  7159 
diHPCARP_I.pmptptmmu 6.818e+43 10.19 10.19 2.592e+36 1.28e-05  7160 
diHPCARP_I.mttpmtmmu 1.114e+44 10.48 10.48 2.565e+36 1.26e-05  7161 
diHPCARP_I.pppmmmttu 1.016e+44 10.43 10.43 2.547e+36 1.26e-05  7162 
diHPCARP_I.pmppmptpu 2.318e+44 10.93 10.93 2.518e+36 1.24e-05  7163 
diHPCARP_I.pmttpmmmu 1.044e+45 11.83 11.83 2.507e+36 1.24e-05  7164 
diHPCARP_I.pmtmpmtpu 7.258e+43 10.24 10.24 2.499e+36 1.23e-05  7165 
diHPCARP_I.pmpppptpu 1.533e+44 10.72 10.72 2.393e+36 1.18e-05  7166 
diHPCARP_I.ttttmptpu 7.726e+44 11.68 11.68 2.379e+36 1.17e-05  7167 
diHPCARP_I.tmmppmtpu 1.439e+44 10.70 10.70 2.323e+36 1.14e-05  7168 
diHPCARP_I.ptpttpmmu 1.667e+44 10.79 10.79 2.308e+36 1.14e-05  7169 
diHPCARP_I.pmpptmmmu 7.503e+44 11.69 11.69 2.290e+36 1.13e-05  7170 
diHPCARP_I.ptmtpmptu 1.819e+44 10.85 10.85 2.257e+36 1.11e-05  7171 
diHPCARP_I.mtmppttmu 4.022e+44 11.33 11.33 2.252e+36 1.11e-05  7172 
diHPCARP_I.ppmmpppmu 1.987e+43 9.55  9.55  2.197e+36 1.08e-05  7173 
diHPCARP_I.tpttmmptu 5.034e+44 11.48 11.48 2.182e+36 1.08e-05  7174 
diHPCARP_I.mpttmmptu 1.145e+45 11.99 11.99 2.106e+36 1.04e-05  7175 
diHPCARP_I.ppptppmtu 1.675e+44 10.85 10.85 2.099e+36 1.03e-05  7176 
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diHPCARP_I.ttmttpptu 1.443e+44 10.78 10.78 2.032e+36 1e-05     7177 
diHPCARP_I.mpmmtmppu 2.058e+43 9.62  9.62  2.009e+36 9.9e-06   7178 
diHPCARP_I.pmptppppu 1.393e+44 10.77 10.77 1.995e+36 9.83e-06  7179 
diHPCARP_I.mmpmppttu 1.105e+44 10.63 10.63 1.990e+36 9.81e-06  7180 
diHPCARP_I.pmpptttpu 6.114e+44 11.65 11.65 1.989e+36 9.8e-06   7181 
diHPCARP_I.tmttpttpu 4.772e+44 11.51 11.51 1.978e+36 9.75e-06  7182 
diHPCARP_I.tpmmmmmpu 5.339e+43 10.20 10.20 1.965e+36 9.68e-06  7183 
diHPCARP_I.mmttpptpu 9.320e+44 11.91 11.91 1.958e+36 9.65e-06  7184 
diHPCARP_I.ppptmmttu 2.701e+44 11.18 11.18 1.938e+36 9.55e-06  7185 
diHPCARP_I.pmtpmmmmu 7.704e+43 10.44 10.44 1.916e+36 9.44e-06  7186 
diHPCARP_I.ttptpptpu 3.552e+44 11.37 11.37 1.852e+36 9.13e-06  7187 
diHPCARP_I.pmttmmmmu 5.777e+44 11.67 11.67 1.815e+36 8.94e-06  7188 
diHPCARP_I.pmttppmmu 7.341e+44 11.82 11.82 1.809e+36 8.91e-06  7189 
diHPCARP_I.tpmtpmpmu 8.739e+43 10.57 10.57 1.756e+36 8.65e-06  7190 
diHPCARP_I.mmpmpptpu 1.380e+44 10.84 10.84 1.751e+36 8.63e-06  7191 
diHPCARP_I.mtmtptppu 1.523e+44 10.90 10.90 1.744e+36 8.59e-06  7192 
diHPCARP_I.pmtppttpu 6.524e+43 10.40 10.40 1.738e+36 8.57e-06  7193 
diHPCARP_I.tmmptmmtu 2.240e+44 11.13 11.13 1.735e+36 8.55e-06  7194 
diHPCARP_I.mmttmttpu 6.125e+44 11.73 11.73 1.733e+36 8.54e-06  7195 
diHPCARP_I.tpmpmmmmu 7.844e+43 10.51 10.51 1.729e+36 8.52e-06  7196 
diHPCARP_I.tmtppptpu 9.905e+43 10.65 10.65 1.729e+36 8.52e-06  7197 
diHPCARP_I.tpmpmmmtu 7.890e+43 10.52 10.52 1.714e+36 8.44e-06  7198 
diHPCARP_I.mtmtpttmu 2.128e+44 11.11 11.11 1.712e+36 8.43e-06  7199 
diHPCARP_I.mmpppptpu 2.008e+44 11.08 11.08 1.695e+36 8.35e-06  7200 
diHPCARP_I.mmpttmptu 2.825e+44 11.29 11.29 1.691e+36 8.33e-06  7201 
diHPCARP_I.mpmmmmtmu 4.699e+43 10.22 10.22 1.681e+36 8.28e-06  7202 
diHPCARP_I.mtmpmtpmu 1.384e+43 9.50  9.50  1.662e+36 8.19e-06  7203 
diHPCARP_I.mtmtppppu 1.457e+44 10.91 10.91 1.649e+36 8.13e-06  7204 
diHPCARP_I.mtmtpptpu 2.000e+44 11.11 11.11 1.611e+36 7.94e-06  7205 
diHPCARP_I.pmptptmtu 1.317e+44 10.87 10.87 1.584e+36 7.81e-06  7206 
diHPCARP_I.pmmpmtmtu 7.589e+43 10.54 10.54 1.579e+36 7.78e-06  7207 
diHPCARP_I.tmmptmtpu 8.761e+43 10.64 10.64 1.545e+36 7.61e-06  7208 
diHPCARP_I.tptpmmmmu 1.538e+44 10.98 10.98 1.537e+36 7.58e-06  7209 
diHPCARP_I.mtptmptpu 3.039e+44 11.39 11.39 1.529e+36 7.54e-06  7210 
diHPCARP_I.tmptppmtu 1.271e+44 10.87 10.87 1.526e+36 7.52e-06  7211 
diHPCARP_I.tmttpptpu 5.903e+44 11.81 11.81 1.471e+36 7.25e-06  7212 
diHPCARP_I.tmttmptpu 4.375e+44 11.64 11.64 1.444e+36 7.12e-06  7213 
diHPCARP_I.mtttmtmmu 3.187e+44 11.46 11.46 1.441e+36 7.1e-06   7214 
diHPCARP_I.ttmtppptu 1.271e+44 10.91 10.91 1.439e+36 7.09e-06  7215 
diHPCARP_I.tpmmtmtmu 7.690e+43 10.62 10.62 1.402e+36 6.91e-06  7216 
diHPCARP_I.ppttmtppu 7.677e+43 10.62 10.62 1.397e+36 6.88e-06  7217 
diHPCARP_I.mpmtmmtmu 2.991e+43 10.06 10.06 1.397e+36 6.88e-06  7218 
diHPCARP_I.pmmtpmtpu 2.274e+44 11.28 11.28 1.386e+36 6.83e-06  7219 
diHPCARP_I.pmtpmmmtu 1.603e+44 11.10 11.10 1.323e+36 6.52e-06  7220 
diHPCARP_I.tmmppmmtu 3.083e+44 11.49 11.49 1.313e+36 6.47e-06  7221 
diHPCARP_I.ttmtmtpmu 1.049e+44 10.86 10.86 1.297e+36 6.39e-06  7222 
diHPCARP_I.pmttmttpu 2.831e+44 11.45 11.45 1.284e+36 6.32e-06  7223 
diHPCARP_I.mmttmptpu 5.925e+44 11.90 11.90 1.280e+36 6.31e-06  7224 
diHPCARP_I.pppppmmmu 1.040e+44 10.88 10.88 1.229e+36 6.06e-06  7225 
diHPCARP_I.mpmtmttpu 9.848e+43 10.88 10.88 1.163e+36 5.73e-06  7226 
diHPCARP_I.pmptpttpu 9.827e+43 10.89 10.89 1.152e+36 5.68e-06  7227 
diHPCARP_I.tppmmmtpu 2.028e+44 11.34 11.34 1.117e+36 5.5e-06   7228 
diHPCARP_I.mptmmptpu 4.367e+44 11.80 11.80 1.114e+36 5.49e-06  7229 
diHPCARP_I.mppmtmttu 6.788e+44 12.06 12.06 1.112e+36 5.48e-06  7230 
diHPCARP_I.tpttpmppu 2.665e+44 11.52 11.52 1.087e+36 5.36e-06  7231 
diHPCARP_I.pmpppttpu 3.213e+44 11.63 11.63 1.082e+36 5.33e-06  7232 
diHPCARP_I.pmptmtttu 2.808e+44 11.55 11.55 1.081e+36 5.33e-06  7233 
diHPCARP_I.mpptpmttu 1.116e+44 11.00 11.00 1.080e+36 5.32e-06  7234 
diHPCARP_I.mtttptmmu 2.729e+44 11.54 11.54 1.079e+36 5.31e-06  7235 
diHPCARP_I.mmptpptmu 3.936e+44 11.79 11.79 1.019e+36 5.02e-06  7236 
diHPCARP_I.ttmtpmptu 2.601e+44 11.55 11.55 1.004e+36 4.95e-06  7237 
diHPCARP_I.ptptmpmmu 2.896e+44 11.62 11.62 9.871e+35 4.86e-06  7238 
diHPCARP_I.mptpmmmmu 1.192e+44 11.10 11.10 9.728e+35 4.79e-06  7239 
diHPCARP_I.pmptttptu 8.281e+44 12.27 12.27 9.554e+35 4.71e-06  7240 
diHPCARP_I.pmptpmtpu 1.349e+44 11.22 11.22 9.107e+35 4.49e-06  7241 
diHPCARP_I.mpttpmppu 2.771e+44 11.65 11.65 9.097e+35 4.48e-06  7242 
diHPCARP_I.pmppttmmu 3.637e+44 11.82 11.82 8.857e+35 4.36e-06  7243 
diHPCARP_I.tmptppttu 3.921e+44 11.88 11.88 8.743e+35 4.31e-06  7244 
diHPCARP_I.tpttmmmmu 2.744e+44 11.66 11.66 8.732e+35 4.3e-06   7245 
diHPCARP_I.pmppmmmtu 6.407e+44 12.17 12.17 8.694e+35 4.28e-06  7246 
diHPCARP_I.pmmttmmtu 1.556e+44 11.38 11.38 8.019e+35 3.95e-06  7247 
diHPCARP_I.ttmmmpptu 1.254e+44 11.26 11.26 7.887e+35 3.89e-06  7248 
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diHPCARP_I.mtmpptttu 1.240e+43 9.88  9.88  7.846e+35 3.87e-06  7249 
diHPCARP_I.pmmmppmtu 7.466e+43 10.96 10.96 7.768e+35 3.83e-06  7250 
diHPCARP_I.mtmtptmtu 7.743e+44 12.36 12.36 7.662e+35 3.78e-06  7251 
diHPCARP_I.ttmtmppmu 1.301e+44 11.31 11.31 7.526e+35 3.71e-06  7252 
diHPCARP_I.pptmmmppu 1.040e+44 11.19 11.19 7.378e+35 3.64e-06  7253 
diHPCARP_I.ppmtpmpmu 9.593e+43 11.14 11.14 7.371e+35 3.63e-06  7254 
diHPCARP_I.pmppptmmu 4.458e+44 12.08 12.08 7.038e+35 3.47e-06  7255 
diHPCARP_I.tpmtmmppu 8.523e+43 11.11 11.11 6.840e+35 3.37e-06  7256 
diHPCARP_I.tpptmmmmu 3.664e+44 12.00 12.00 6.625e+35 3.26e-06  7257 
diHPCARP_I.mpttmmppu 4.578e+44 12.15 12.15 6.441e+35 3.17e-06  7258 
diHPCARP_I.mpttmmmmu 3.621e+44 12.03 12.03 6.264e+35 3.09e-06  7259 
diHPCARP_I.ttmmmtptu 7.203e+43 11.08 11.08 6.109e+35 3.01e-06  7260 
diHPCARP_I.mtmppmtpu 2.394e+44 11.80 11.80 6.088e+35 3e-06     7261 
diHPCARP_I.mmptpptpu 3.679e+44 12.06 12.06 6.038e+35 2.98e-06  7262 
diHPCARP_I.pmmppmmtu 4.249e+43 10.78 10.78 6.003e+35 2.96e-06  7263 
diHPCARP_I.tpmtpppmu 1.450e+44 11.53 11.53 5.768e+35 2.84e-06  7264 
diHPCARP_I.tpptpmmmu 4.155e+44 12.16 12.16 5.714e+35 2.82e-06  7265 
diHPCARP_I.ttpmtpmmu 7.558e+43 11.15 11.15 5.682e+35 2.8e-06   7266 
diHPCARP_I.mtppppmmu 1.841e+44 11.69 11.69 5.586e+35 2.75e-06  7267 
diHPCARP_I.mptmmmtpu 5.105e+44 12.30 12.30 5.549e+35 2.73e-06  7268 
diHPCARP_I.tpttpmmmu 3.722e+44 12.16 12.16 5.149e+35 2.54e-06  7269 
diHPCARP_I.ppmtttppu 1.757e+44 11.72 11.72 5.074e+35 2.5e-06   7270 
diHPCARP_I.ttmmmppmu 5.403e+43 11.02 11.02 5.062e+35 2.49e-06  7271 
diHPCARP_I.tmptpptpu 3.823e+44 12.19 12.19 5.058e+35 2.49e-06  7272 
diHPCARP_I.ttptmpmmu 1.883e+44 11.77 11.77 5.043e+35 2.49e-06  7273 
diHPCARP_I.ptmppmpmu 5.670e+43 11.07 11.07 4.919e+35 2.42e-06  7274 
diHPCARP_I.mppmmmttu 3.191e+44 12.10 12.10 4.892e+35 2.41e-06  7275 
diHPCARP_I.mtptpptpu 5.163e+44 12.39 12.39 4.827e+35 2.38e-06  7276 
diHPCARP_I.mtttmttpu 5.285e+44 12.41 12.41 4.775e+35 2.35e-06  7277 
diHPCARP_I.pmttmtttu 4.939e+45 13.76 13.76 4.681e+35 2.31e-06  7278 
diHPCARP_I.mtmppmppu 6.753e+43 11.20 11.20 4.676e+35 2.3e-06   7279 
diHPCARP_I.ttmmmtpmu 6.899e+43 11.22 11.22 4.643e+35 2.29e-06  7280 
diHPCARP_I.pmptmmtpu 1.420e+45 13.03 13.03 4.581e+35 2.26e-06  7281 
diHPCARP_I.pmmppmtpu 3.066e+43 10.77 10.77 4.393e+35 2.16e-06  7282 
diHPCARP_I.mtpttmmtu 1.173e+45 12.95 12.95 4.319e+35 2.13e-06  7283 
diHPCARP_I.mppmmptpu 2.835e+44 12.11 12.11 4.304e+35 2.12e-06  7284 
diHPCARP_I.ppmttmttu 1.123e+45 12.93 12.93 4.284e+35 2.11e-06  7285 
diHPCARP_I.tttmmpmmu 2.460e+44 12.04 12.04 4.155e+35 2.05e-06  7286 
diHPCARP_I.pmttpttpu 2.031e+44 11.97 11.97 3.881e+35 1.91e-06  7287 
diHPCARP_I.mmpmmmptu 6.320e+43 11.29 11.29 3.779e+35 1.86e-06  7288 
diHPCARP_I.tpmmtmpmu 4.263e+43 11.11 11.11 3.424e+35 1.69e-06  7289 
diHPCARP_I.tmptppmmu 6.966e+43 11.43 11.43 3.297e+35 1.62e-06  7290 
diHPCARP_I.mtmptmtpu 1.221e+44 11.80 11.80 3.110e+35 1.53e-06  7291 
diHPCARP_I.mpptpmmmu 3.825e+44 12.48 12.48 3.106e+35 1.53e-06  7292 
diHPCARP_I.mtptmpmmu 3.034e+44 12.34 12.34 3.096e+35 1.53e-06  7293 
diHPCARP_I.pmptmtmmu 3.255e+44 12.43 12.43 2.884e+35 1.42e-06  7294 
diHPCARP_I.pptpmpmmu 8.863e+43 11.65 11.65 2.884e+35 1.42e-06  7295 
diHPCARP_I.mpptmmmmu 3.185e+44 12.44 12.44 2.763e+35 1.36e-06  7296 
diHPCARP_I.mmpmmpptu 2.689e+43 10.99 10.99 2.646e+35 1.3e-06   7297 
diHPCARP_I.tpmttmttu 5.932e+44 12.88 12.88 2.441e+35 1.2e-06   7298 
diHPCARP_I.mpmtpmppu 5.664e+43 11.48 11.48 2.440e+35 1.2e-06   7299 
diHPCARP_I.tpmtmmtmu 9.799e+43 11.86 11.86 2.249e+35 1.11e-06  7300 
diHPCARP_I.mtpmtpmmu 9.810e+43 11.87 11.87 2.204e+35 1.09e-06  7301 
diHPCARP_I.mtttmptpu 8.845e+44 13.21 13.21 2.103e+35 1.04e-06  7302 
diHPCARP_I.ppmpmmmmu 1.940e+43 10.94 10.94 2.084e+35 1.03e-06  7303 
diHPCARP_I.pmptmttpu 2.758e+44 12.57 12.57 1.922e+35 9.47e-07  7304 
diHPCARP_I.mpttpmmmu 3.498e+44 12.74 12.74 1.836e+35 9.04e-07  7305 
diHPCARP_I.tmptmpttu 5.443e+44 13.06 13.06 1.660e+35 8.18e-07  7306 
diHPCARP_I.tttmppmmu 1.168e+44 12.15 12.15 1.646e+35 8.11e-07  7307 
diHPCARP_I.pmttmmtpu 9.210e+44 13.39 13.39 1.622e+35 7.99e-07  7308 
diHPCARP_I.mmptmptpu 4.892e+44 13.01 13.01 1.618e+35 7.97e-07  7309 
diHPCARP_I.tmptmptpu 6.547e+44 13.21 13.21 1.548e+35 7.63e-07  7310 
diHPCARP_I.pmtmmmtpu 7.888e+43 11.95 11.95 1.546e+35 7.62e-07  7311 
diHPCARP_I.tpmptmttu 2.447e+44 12.72 12.72 1.322e+35 6.52e-07  7312 
diHPCARP_I.ppmppmttu 8.693e+44 13.50 13.50 1.269e+35 6.25e-07  7313 
diHPCARP_I.tpttmmtpu 3.019e+44 12.89 12.89 1.224e+35 6.03e-07  7314 
diHPCARP_I.pmtppmtpu 1.475e+44 12.53 12.53 1.096e+35 5.4e-07   7315 
diHPCARP_I.mpttmmtpu 7.025e+44 13.47 13.47 1.084e+35 5.34e-07  7316 
diHPCARP_I.ppmmmmpmu 1.914e+43 11.33 11.33 1.061e+35 5.23e-07  7317 
diHPCARP_I.pmmptmtpu 9.750e+43 12.31 12.31 1.055e+35 5.2e-07   7318 
diHPCARP_I.tmpmmpppu 2.743e+43 11.55 11.55 1.052e+35 5.18e-07  7319 
diHPCARP_I.ppptpmptu 4.298e+43 11.83 11.83 1.041e+35 5.13e-07  7320 
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diHPCARP_I.ppmtmmtmu 7.457e+43 12.17 12.17 1.014e+35 5e-07     7321 
diHPCARP_I.tpmtpmppu 9.228e+43 12.33 12.33 9.565e+34 4.71e-07  7322 
diHPCARP_I.ttmppmpmu 6.139e+43 12.12 12.12 9.065e+34 4.47e-07  7323 
diHPCARP_I.mpmmpmttu 9.040e+43 12.37 12.37 8.800e+34 4.34e-07  7324 
diHPCARP_I.pptpmmmmu 4.217e+43 11.94 11.94 8.481e+34 4.18e-07  7325 
diHPCARP_I.ppttmmtpu 4.333e+44 13.38 13.38 7.799e+34 3.84e-07  7326 
diHPCARP_I.ppptmmmmu 1.139e+44 12.60 12.60 7.555e+34 3.72e-07  7327 
diHPCARP_I.ppttpmppu 1.843e+44 12.92 12.92 7.083e+34 3.49e-07  7328 
diHPCARP_I.pmmptmmtu 8.877e+43 12.54 12.54 6.518e+34 3.21e-07  7329 
diHPCARP_I.tpmmmmpmu 3.278e+43 11.97 11.97 6.207e+34 3.06e-07  7330 
diHPCARP_I.pppmmmptu 4.086e+43 12.13 12.13 5.926e+34 2.92e-07  7331 
diHPCARP_I.ttttmpmmu 2.243e+44 13.16 13.16 5.823e+34 2.87e-07  7332 
diHPCARP_I.mpmtmpmtu 4.438e+43 12.24 12.24 5.405e+34 2.66e-07  7333 
diHPCARP_I.ttttppmmu 3.162e+44 13.41 13.41 5.346e+34 2.63e-07  7334 
diHPCARP_I.mmpmmmtpu 1.013e+44 12.77 12.77 5.082e+34 2.5e-07   7335 
diHPCARP_I.mpmtmppmu 3.274e+43 12.11 12.11 4.922e+34 2.43e-07  7336 
diHPCARP_I.ppptpmmmu 1.185e+44 12.93 12.93 4.513e+34 2.22e-07  7337 
diHPCARP_I.mtptppmmu 2.962e+44 13.53 13.53 4.153e+34 2.05e-07  7338 
diHPCARP_I.mmpmmmttu 1.543e+44 13.25 13.25 3.450e+34 1.7e-07   7339 
diHPCARP_I.mpmttppmu 1.935e+44 13.50 13.50 2.856e+34 1.41e-07  7340 
diHPCARP_I.tpmmmppmu 3.754e+43 12.54 12.54 2.741e+34 1.35e-07  7341 
diHPCARP_I.ppttmmppu 1.573e+44 13.43 13.43 2.580e+34 1.27e-07  7342 
diHPCARP_I.mmpttmmpu 3.379e+44 13.93 13.93 2.387e+34 1.18e-07  7343 
diHPCARP_I.ppmpttppu 2.420e+43 12.42 12.42 2.150e+34 1.06e-07  7344 
diHPCARP_I.mpttpmtpu 8.622e+44 14.58 14.58 2.061e+34 1.02e-07  7345 
diHPCARP_I.tpmppmppu 7.297e+43 13.15 13.15 1.914e+34 9.43e-08  7346 
diHPCARP_I.tmpmmmtpu 1.247e+44 13.48 13.48 1.882e+34 9.27e-08  7347 
diHPCARP_I.tpmttmmmu 1.779e+44 13.71 13.71 1.837e+34 9.05e-08  7348 
diHPCARP_I.mmpmmmmmu 8.201e+43 13.26 13.26 1.795e+34 8.84e-08  7349 
diHPCARP_I.tmpmmmttu 1.412e+44 13.81 13.81 1.239e+34 6.1e-08   7350 
diHPCARP_I.mmpmmmmpu 9.388e+43 13.70 13.70 9.876e+33 4.87e-08  7351 
diHPCARP_I.mmpmmptpu 1.179e+44 14.05 14.05 6.861e+33 3.38e-08  7352 
diHPCARP_I.tmpmmmmmu 9.757e+43 14.31 14.31 3.664e+33 1.81e-08  7353 
diHPCARP_I.mmpmmpttu 1.258e+44 14.58 14.58 3.006e+33 1.48e-08  7354 
diHPCARP_I.tmpmmmmpu 1.321e+44 14.66 14.66 2.760e+33 1.36e-08  7355 
diHPCARP_I.tmpmmpttu 1.361e+44 14.75 14.75 2.440e+33 1.2e-08   7356 
diHPCARP_I.ppmttmmmu 7.255e+43 14.49 14.49 2.035e+33 1e-08     7357 
diHPCARP_I.ppmmmmmmu 5.289e+43 14.31 14.31 1.973e+33 9.72e-09  7358 
diHPCARP_I.mmpmmpmmu 5.351e+43 14.94 14.94 7.029e+32 3.46e-09  7359 
diHPCARP_I.tmpmmpmmu 6.901e+43 15.20 15.20 5.832e+32 2.87e-09  7360 
diHPCARP_I.mpmmtppmu 5.309e+43 15.05 15.05 5.769e+32 2.84e-09  7361 
Total                                      2.029e+43 100       7362 
 7363 
 7364 
 7365 
(2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-Ib) 7366 
=============================================================== 7367 
 7368 
Population analysis at 300K. Vibrational scaling: 0.971.  7369 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 7370 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 7371 
%: contribution to the population (with current data set assumed 100%) 7372 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         7373 
--------------------------------------------------------------- 7374 
diHPCARP_Ib.ptppmpmmu 1.045e+43 0.00  0.00  1.045e+43 45.7      7375 
diHPCARP_Ib.ptppmtpmu 9.193e+42 0.88  0.88  2.102e+42 9.19      7376 
diHPCARP_Ib.ppmpmttmu 2.296e+43 1.75  1.75  1.225e+42 5.35      7377 
diHPCARP_Ib.pttmptmmu 1.057e+44 2.68  2.68  1.179e+42 5.15      7378 
diHPCARP_Ib.pttmmtmmu 6.925e+43 2.49  2.49  1.059e+42 4.63      7379 
diHPCARP_Ib.ptmmptmmu 2.508e+43 2.37  2.37  4.719e+41 2.06      7380 
diHPCARP_Ib.pttpptmmu 1.502e+44 3.49  3.49  4.279e+41 1.87      7381 
diHPCARP_Ib.ptmmmtmmu 3.301e+43 2.62  2.62  4.069e+41 1.78      7382 
diHPCARP_Ib.pttpmtmmu 3.734e+43 2.82  2.82  3.280e+41 1.43      7383 
diHPCARP_Ib.ptppmttmu 2.054e+43 2.63  2.63  2.488e+41 1.09      7384 
diHPCARP_Ib.ppmmpttmu 2.107e+43 2.66  2.66  2.437e+41 1.07      7385 
diHPCARP_Ib.pptmppmpu 1.523e+44 3.99  3.99  1.888e+41 0.825     7386 
diHPCARP_Ib.pmmmmmtpu 3.668e+43 3.26  3.26  1.546e+41 0.676     7387 
diHPCARP_Ib.tmmpmmtmu 2.091e+43 2.99  2.99  1.383e+41 0.605     7388 
diHPCARP_Ib.pppppptpu 6.572e+43 3.71  3.71  1.305e+41 0.57      7389 
diHPCARP_Ib.pptmpmtpu 1.539e+43 2.85  2.85  1.285e+41 0.562     7390 
diHPCARP_Ib.ppmpmtpmu 1.407e+43 2.83  2.83  1.231e+41 0.538     7391 
diHPCARP_Ib.ppppppmpu 7.627e+43 3.88  3.88  1.135e+41 0.496     7392 
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diHPCARP_Ib.ptmtptmmu 1.036e+44 4.10  4.10  1.076e+41 0.47      7393 
diHPCARP_Ib.ptttptmmu 7.849e+43 3.96  3.96  1.027e+41 0.449     7394 
diHPCARP_Ib.tmppmmpmu 1.148e+43 2.84  2.84  9.848e+40 0.431     7395 
diHPCARP_Ib.ptttmtmmu 8.108e+43 4.03  4.03  9.365e+40 0.409     7396 
diHPCARP_Ib.ptpmpmmmu 1.186e+43 2.92  2.92  8.806e+40 0.385     7397 
diHPCARP_Ib.pttmpttmu 8.111e+43 4.07  4.07  8.785e+40 0.384     7398 
diHPCARP_Ib.pmppmpppu 1.471e+43 3.09  3.09  8.198e+40 0.358     7399 
diHPCARP_Ib.mmmmpttmu 2.774e+43 3.47  3.47  8.161e+40 0.357     7400 
diHPCARP_Ib.tmmpmmmmu 2.325e+43 3.40  3.40  7.726e+40 0.338     7401 
diHPCARP_Ib.ppmpmtmmu 1.177e+43 3.02  3.02  7.419e+40 0.324     7402 
diHPCARP_Ib.pptmmpmpu 8.618e+43 4.21  4.21  7.373e+40 0.322     7403 
diHPCARP_Ib.pptmpttmu 2.437e+43 3.48  3.48  7.162e+40 0.313     7404 
diHPCARP_Ib.ptmtmtmmu 1.450e+44 4.55  4.55  7.082e+40 0.31      7405 
diHPCARP_Ib.ptmpptmmu 4.807e+43 3.90  3.90  6.909e+40 0.302     7406 
diHPCARP_Ib.pmmmmmmpu 4.481e+43 3.87  3.87  6.825e+40 0.298     7407 
diHPCARP_Ib.ptpmptmmu 1.816e+43 3.33  3.33  6.805e+40 0.298     7408 
diHPCARP_Ib.tmmmmmtmu 5.137e+43 4.05  4.05  5.758e+40 0.252     7409 
diHPCARP_Ib.tpmmpmmmu 1.069e+43 3.13  3.13  5.608e+40 0.245     7410 
diHPCARP_Ib.ppmmpmmpu 8.874e+42 3.03  3.03  5.528e+40 0.242     7411 
diHPCARP_Ib.ptmpmmmmu 3.576e+43 3.87  3.87  5.421e+40 0.237     7412 
diHPCARP_Ib.tmtmpmtmu 3.447e+43 3.88  3.88  5.177e+40 0.226     7413 
diHPCARP_Ib.mmmmptmmu 2.047e+43 3.57  3.57  5.175e+40 0.226     7414 
diHPCARP_Ib.mmpmppppu 1.172e+43 3.26  3.26  4.978e+40 0.218     7415 
diHPCARP_Ib.ppmmmttmu 2.451e+43 3.74  3.74  4.596e+40 0.201     7416 
diHPCARP_Ib.ptppptmmu 3.807e+44 5.40  5.40  4.464e+40 0.195     7417 
diHPCARP_Ib.mpmmpttpu 1.762e+43 3.66  3.66  3.782e+40 0.165     7418 
diHPCARP_Ib.ppppptpmu 8.377e+43 4.60  4.60  3.714e+40 0.162     7419 
diHPCARP_Ib.tmtmmppmu 9.028e+43 4.67  4.67  3.567e+40 0.156     7420 
diHPCARP_Ib.pttmptpmu 1.649e+44 5.03  5.03  3.556e+40 0.155     7421 
diHPCARP_Ib.ptmpptmpu 4.785e+43 4.31  4.31  3.467e+40 0.152     7422 
diHPCARP_Ib.tmmmpttpu 2.105e+43 3.91  3.91  3.009e+40 0.132     7423 
diHPCARP_Ib.tmtmpppmu 1.023e+44 4.85  4.85  2.979e+40 0.13      7424 
diHPCARP_Ib.pmmmpmppu 2.388e+43 3.99  3.99  2.951e+40 0.129     7425 
diHPCARP_Ib.pttmmtpmu 9.523e+43 4.82  4.82  2.920e+40 0.128     7426 
diHPCARP_Ib.ptppmtmmu 1.367e+43 3.71  3.71  2.702e+40 0.118     7427 
diHPCARP_Ib.pmtmpmtpu 2.512e+43 4.08  4.08  2.657e+40 0.116     7428 
diHPCARP_Ib.tmmmpttmu 2.722e+43 4.14  4.14  2.631e+40 0.115     7429 
diHPCARP_Ib.pmpppttmu 3.413e+43 4.28  4.28  2.614e+40 0.114     7430 
diHPCARP_Ib.pppppttmu 1.051e+44 4.95  4.95  2.600e+40 0.114     7431 
diHPCARP_Ib.pmmmpttpu 5.193e+43 4.55  4.55  2.536e+40 0.111     7432 
diHPCARP_Ib.pmmmptmpu 5.187e+43 4.56  4.56  2.472e+40 0.108     7433 
diHPCARP_Ib.pmmtpmtpu 1.268e+44 5.10  5.10  2.454e+40 0.107     7434 
diHPCARP_Ib.tmtppppmu 1.290e+44 5.12  5.12  2.384e+40 0.104     7435 
diHPCARP_Ib.pmmtmpppu 1.088e+43 3.71  3.71  2.171e+40 0.0949    7436 
diHPCARP_Ib.ppmtpmpmu 4.153e+43 4.52  4.52  2.118e+40 0.0926    7437 
diHPCARP_Ib.mptmptppu 8.343e+43 4.96  4.96  2.043e+40 0.0893    7438 
diHPCARP_Ib.ptmmmttmu 1.802e+44 5.42  5.42  2.019e+40 0.0883    7439 
diHPCARP_Ib.pmmtmmtpu 1.783e+43 4.04  4.04  2.018e+40 0.0882    7440 
diHPCARP_Ib.pptmpttpu 7.398e+43 4.92  4.92  1.931e+40 0.0844    7441 
diHPCARP_Ib.tmmmptmpu 1.691e+43 4.05  4.05  1.882e+40 0.0823    7442 
diHPCARP_Ib.tptmpmtmu 2.676e+43 4.33  4.33  1.866e+40 0.0816    7443 
diHPCARP_Ib.ptpmptpmu 1.475e+43 4.01  4.01  1.753e+40 0.0767    7444 
diHPCARP_Ib.ptmmpttmu 1.975e+44 5.57  5.57  1.737e+40 0.0759    7445 
diHPCARP_Ib.pmmtmptpu 1.714e+43 4.12  4.12  1.708e+40 0.0747    7446 
diHPCARP_Ib.tppppmtmu 1.562e+44 5.44  5.44  1.695e+40 0.0741    7447 
diHPCARP_Ib.tmmmmmmmu 5.682e+43 4.84  4.84  1.684e+40 0.0736    7448 
diHPCARP_Ib.tppppmmmu 1.026e+44 5.20  5.20  1.683e+40 0.0736    7449 
diHPCARP_Ib.tptmpmmmu 1.668e+44 5.50  5.50  1.635e+40 0.0715    7450 
diHPCARP_Ib.ptppmtmpu 1.477e+44 5.44  5.44  1.618e+40 0.0708    7451 
diHPCARP_Ib.mptmmtppu 1.110e+44 5.28  5.28  1.591e+40 0.0695    7452 
diHPCARP_Ib.tmmtmppmu 1.198e+43 3.95  3.95  1.586e+40 0.0693    7453 
diHPCARP_Ib.tpmpmmmmu 1.303e+43 4.01  4.01  1.564e+40 0.0684    7454 
diHPCARP_Ib.pppmmmtpu 2.219e+44 5.71  5.71  1.546e+40 0.0676    7455 
diHPCARP_Ib.pmtmmtmmu 9.758e+43 5.24  5.24  1.499e+40 0.0655    7456 
diHPCARP_Ib.tmppmmmmu 2.804e+43 4.49  4.49  1.493e+40 0.0653    7457 
diHPCARP_Ib.tptmpttmu 8.286e+43 5.14  5.14  1.490e+40 0.0651    7458 
diHPCARP_Ib.tmppmmtmu 3.872e+43 4.69  4.69  1.472e+40 0.0643    7459 
diHPCARP_Ib.pmmtmpmpu 1.796e+43 4.25  4.25  1.438e+40 0.0629    7460 
diHPCARP_Ib.tpmmpmtmu 1.827e+43 4.26  4.26  1.429e+40 0.0625    7461 
diHPCARP_Ib.tmmmpmpmu 1.946e+43 4.30  4.30  1.427e+40 0.0624    7462 
diHPCARP_Ib.tmtmpmmmu 2.690e+44 5.89  5.89  1.386e+40 0.0606    7463 
diHPCARP_Ib.tptmmmmmu 1.799e+44 5.66  5.66  1.349e+40 0.059     7464 
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diHPCARP_Ib.ppmmptmmu 1.442e+43 4.17  4.17  1.321e+40 0.0577    7465 
diHPCARP_Ib.tpmmptmpu 2.137e+43 4.41  4.41  1.318e+40 0.0576    7466 
diHPCARP_Ib.ptmmptpmu 3.658e+43 4.76  4.76  1.253e+40 0.0548    7467 
diHPCARP_Ib.ppmmpptpu 1.911e+43 4.38  4.38  1.229e+40 0.0537    7468 
diHPCARP_Ib.tmtpmppmu 5.991e+43 5.07  5.07  1.211e+40 0.0529    7469 
diHPCARP_Ib.tmmmptmmu 2.132e+43 4.46  4.46  1.207e+40 0.0528    7470 
diHPCARP_Ib.pmppptmmu 4.917e+43 4.96  4.96  1.199e+40 0.0524    7471 
diHPCARP_Ib.pmmtmmmpu 1.581e+43 4.30  4.30  1.163e+40 0.0509    7472 
diHPCARP_Ib.pptpmmtpu 5.307e+43 5.07  5.07  1.077e+40 0.0471    7473 
diHPCARP_Ib.tpmmpttpu 5.753e+43 5.12  5.12  1.072e+40 0.0469    7474 
diHPCARP_Ib.mpppmtppu 6.447e+43 5.20  5.20  1.048e+40 0.0458    7475 
diHPCARP_Ib.tmtpmmtmu 1.501e+44 5.71  5.71  1.045e+40 0.0457    7476 
diHPCARP_Ib.pmmmpmtpu 4.148e+43 4.94  4.94  1.037e+40 0.0453    7477 
diHPCARP_Ib.pttpptpmu 1.336e+44 5.65  5.65  1.015e+40 0.0444    7478 
diHPCARP_Ib.mmpppttpu 9.455e+43 5.45  5.45  1.009e+40 0.0441    7479 
diHPCARP_Ib.tptmpttpu 7.331e+43 5.31  5.31  9.960e+39 0.0435    7480 
diHPCARP_Ib.ppmpmmmpu 9.260e+42 4.08  4.08  9.890e+39 0.0432    7481 
diHPCARP_Ib.pmmtpmmpu 9.967e+43 5.50  5.50  9.863e+39 0.0431    7482 
diHPCARP_Ib.tmpmpmpmu 1.480e+43 4.38  4.38  9.487e+39 0.0415    7483 
diHPCARP_Ib.mpmmptmpu 8.291e+42 4.04  4.04  9.427e+39 0.0412    7484 
diHPCARP_Ib.mpppptppu 3.927e+43 4.97  4.97  9.401e+39 0.0411    7485 
diHPCARP_Ib.mtppmtppu 1.557e+43 4.43  4.43  9.183e+39 0.0401    7486 
diHPCARP_Ib.ppmtpttmu 1.434e+44 5.77  5.77  9.050e+39 0.0396    7487 
diHPCARP_Ib.pptpppmpu 5.546e+43 5.21  5.21  8.829e+39 0.0386    7488 
diHPCARP_Ib.pttpmtpmu 4.982e+43 5.16  5.16  8.690e+39 0.038     7489 
diHPCARP_Ib.pmtmptmmu 4.461e+43 5.10  5.10  8.590e+39 0.0376    7490 
diHPCARP_Ib.mtppmttpu 2.361e+43 4.72  4.72  8.585e+39 0.0375    7491 
diHPCARP_Ib.tpmmptmmu 1.974e+43 4.62  4.62  8.469e+39 0.037     7492 
diHPCARP_Ib.tmmtpmtmu 1.489e+44 5.85  5.85  8.202e+39 0.0359    7493 
diHPCARP_Ib.ptppmmmpu 1.841e+43 4.60  4.60  8.158e+39 0.0357    7494 
diHPCARP_Ib.ptppmmtpu 1.788e+43 4.60  4.60  7.970e+39 0.0348    7495 
diHPCARP_Ib.pmmtmmppu 2.728e+43 4.87  4.87  7.729e+39 0.0338    7496 
diHPCARP_Ib.ppmtmttmu 1.542e+44 5.92  5.92  7.491e+39 0.0327    7497 
diHPCARP_Ib.tmmmpmtmu 5.111e+43 5.27  5.27  7.444e+39 0.0325    7498 
diHPCARP_Ib.mmpmpptpu 1.648e+43 4.60  4.60  7.323e+39 0.032     7499 
diHPCARP_Ib.tpmpmmtmu 1.854e+43 4.68  4.68  7.218e+39 0.0316    7500 
diHPCARP_Ib.tppppttmu 8.855e+44 6.99  6.99  7.114e+39 0.0311    7501 
diHPCARP_Ib.pmmmpmmpu 3.412e+43 5.06  5.06  7.067e+39 0.0309    7502 
diHPCARP_Ib.ptppmpppu 3.057e+43 5.00  5.00  6.968e+39 0.0305    7503 
diHPCARP_Ib.tttmpttmu 1.780e+44 6.06  6.06  6.835e+39 0.0299    7504 
diHPCARP_Ib.pmtmmpppu 6.664e+43 5.49  5.49  6.692e+39 0.0293    7505 
diHPCARP_Ib.ptmmppppu 1.982e+43 4.78  4.78  6.579e+39 0.0288    7506 
diHPCARP_Ib.pmtmppppu 6.228e+43 5.46  5.46  6.567e+39 0.0287    7507 
diHPCARP_Ib.ptppmptpu 5.065e+43 5.34  5.34  6.509e+39 0.0285    7508 
diHPCARP_Ib.pmmmppmmu 1.587e+43 4.67  4.67  6.271e+39 0.0274    7509 
diHPCARP_Ib.tmtmmmmmu 1.566e+44 6.04  6.04  6.249e+39 0.0273    7510 
diHPCARP_Ib.tpppmttmu 1.515e+45 7.40  7.40  6.200e+39 0.0271    7511 
diHPCARP_Ib.mmtppmppu 4.368e+43 5.28  5.28  6.195e+39 0.0271    7512 
diHPCARP_Ib.pmmtpmppu 6.301e+43 5.51  5.51  6.086e+39 0.0266    7513 
diHPCARP_Ib.ptpmpttmu 3.565e+43 5.18  5.18  6.050e+39 0.0264    7514 
diHPCARP_Ib.ppptmpmpu 3.088e+44 6.47  6.47  5.990e+39 0.0262    7515 
diHPCARP_Ib.mmtmmpmpu 3.767e+43 5.22  5.22  5.978e+39 0.0261    7516 
diHPCARP_Ib.mmpmmttpu 8.891e+43 5.73  5.73  5.930e+39 0.0259    7517 
diHPCARP_Ib.pmppmttmu 1.931e+43 4.83  4.83  5.882e+39 0.0257    7518 
diHPCARP_Ib.mmppmtmmu 2.966e+43 5.09  5.09  5.846e+39 0.0256    7519 
diHPCARP_Ib.ppttmpmpu 8.400e+43 5.71  5.71  5.834e+39 0.0255    7520 
diHPCARP_Ib.mmppppppu 3.741e+43 5.24  5.24  5.709e+39 0.025     7521 
diHPCARP_Ib.pmptmttmu 7.146e+43 5.63  5.63  5.675e+39 0.0248    7522 
diHPCARP_Ib.tmmmpmmmu 3.840e+43 5.27  5.27  5.582e+39 0.0244    7523 
diHPCARP_Ib.pptpmpmpu 3.844e+43 5.29  5.29  5.420e+39 0.0237    7524 
diHPCARP_Ib.mmtmppmpu 4.803e+43 5.42  5.42  5.367e+39 0.0235    7525 
diHPCARP_Ib.pptmptpmu 6.779e+43 5.64  5.64  5.295e+39 0.0231    7526 
diHPCARP_Ib.ptmmmptpu 3.410e+43 5.24  5.24  5.175e+39 0.0226    7527 
diHPCARP_Ib.tttmpttpu 6.050e+43 5.60  5.60  5.058e+39 0.0221    7528 
diHPCARP_Ib.mmtmmptpu 4.376e+43 5.41  5.41  5.040e+39 0.022     7529 
diHPCARP_Ib.tptmmmtmu 5.314e+44 6.90  6.90  5.026e+39 0.022     7530 
diHPCARP_Ib.tppppmpmu 1.936e+44 6.31  6.31  4.911e+39 0.0215    7531 
diHPCARP_Ib.mtppmtmpu 1.904e+43 4.93  4.93  4.899e+39 0.0214    7532 
diHPCARP_Ib.mmmmptpmu 5.739e+43 5.59  5.59  4.834e+39 0.0211    7533 
diHPCARP_Ib.mmtpptmpu 6.504e+43 5.70  5.70  4.602e+39 0.0201    7534 
diHPCARP_Ib.pmppmtmmu 2.051e+43 5.01  5.01  4.588e+39 0.0201    7535 
diHPCARP_Ib.pmmmmmppu 2.342e+43 5.09  5.09  4.581e+39 0.02      7536 
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diHPCARP_Ib.tpmmpttmu 6.172e+43 5.68  5.68  4.527e+39 0.0198    7537 
diHPCARP_Ib.pmtpmpppu 3.728e+43 5.38  5.38  4.496e+39 0.0197    7538 
diHPCARP_Ib.pppppttpu 1.997e+44 6.40  6.40  4.378e+39 0.0191    7539 
diHPCARP_Ib.mmpmppmpu 1.900e+43 5.02  5.02  4.217e+39 0.0184    7540 
diHPCARP_Ib.ppmmptpmu 1.832e+43 5.03  5.03  3.939e+39 0.0172    7541 
diHPCARP_Ib.pptppmppu 9.818e+43 6.04  6.04  3.904e+39 0.0171    7542 
diHPCARP_Ib.tptmpmpmu 2.260e+44 6.54  6.54  3.867e+39 0.0169    7543 
diHPCARP_Ib.mmtmmpppu 3.186e+43 5.39  5.39  3.776e+39 0.0165    7544 
diHPCARP_Ib.mmpppptpu 5.659e+43 5.74  5.74  3.699e+39 0.0162    7545 
diHPCARP_Ib.tmttmppmu 1.085e+44 6.13  6.13  3.695e+39 0.0162    7546 
diHPCARP_Ib.mpmmptppu 8.995e+42 4.65  4.65  3.681e+39 0.0161    7547 
diHPCARP_Ib.tmppmtppu 2.546e+43 5.27  5.27  3.666e+39 0.016     7548 
diHPCARP_Ib.tppppttpu 2.996e+44 6.75  6.75  3.604e+39 0.0158    7549 
diHPCARP_Ib.ptttmtpmu 1.211e+44 6.21  6.21  3.603e+39 0.0157    7550 
diHPCARP_Ib.ppmmpttpu 5.088e+43 5.70  5.70  3.588e+39 0.0157    7551 
diHPCARP_Ib.ptpppptpu 8.665e+43 6.02  6.02  3.574e+39 0.0156    7552 
diHPCARP_Ib.ttppmppmu 2.525e+43 5.29  5.29  3.563e+39 0.0156    7553 
diHPCARP_Ib.tmpmpmtmu 3.198e+43 5.44  5.44  3.495e+39 0.0153    7554 
diHPCARP_Ib.ptmtpptpu 6.748e+43 5.89  5.89  3.466e+39 0.0152    7555 
diHPCARP_Ib.ptmppttmu 1.595e+44 6.41  6.41  3.408e+39 0.0149    7556 
diHPCARP_Ib.ttppmptmu 4.070e+43 5.60  5.60  3.405e+39 0.0149    7557 
diHPCARP_Ib.pmtmpttmu 1.110e+44 6.20  6.20  3.391e+39 0.0148    7558 
diHPCARP_Ib.mmmtmmtmu 3.220e+43 5.47  5.47  3.344e+39 0.0146    7559 
diHPCARP_Ib.tmppmmtpu 8.781e+43 6.07  6.07  3.339e+39 0.0146    7560 
diHPCARP_Ib.mmppmttmu 4.917e+43 5.74  5.74  3.260e+39 0.0143    7561 
diHPCARP_Ib.mmpppmtpu 1.071e+44 6.20  6.20  3.256e+39 0.0142    7562 
diHPCARP_Ib.pmtpppppu 1.082e+44 6.21  6.21  3.256e+39 0.0142    7563 
diHPCARP_Ib.tmtmmmtmu 2.687e+44 6.75  6.75  3.243e+39 0.0142    7564 
diHPCARP_Ib.mmppmtpmu 2.606e+43 5.36  5.36  3.237e+39 0.0141    7565 
diHPCARP_Ib.ppmpmmtpu 1.630e+43 5.09  5.09  3.183e+39 0.0139    7566 
diHPCARP_Ib.tpmpmttmu 4.546e+43 5.71  5.71  3.170e+39 0.0139    7567 
diHPCARP_Ib.ptttptpmu 1.201e+44 6.29  6.29  3.124e+39 0.0137    7568 
diHPCARP_Ib.ppmmmtmmu 1.761e+43 5.16  5.16  3.082e+39 0.0135    7569 
diHPCARP_Ib.ptppppppu 5.733e+43 5.89  5.89  2.944e+39 0.0129    7570 
diHPCARP_Ib.tptmmmpmu 1.840e+44 6.58  6.58  2.939e+39 0.0128    7571 
diHPCARP_Ib.mmppptmpu 5.900e+43 5.92  5.92  2.862e+39 0.0125    7572 
diHPCARP_Ib.tpmpmtmmu 2.128e+43 5.32  5.32  2.840e+39 0.0124    7573 
diHPCARP_Ib.tmtpmmmmu 1.016e+44 6.26  6.26  2.800e+39 0.0122    7574 
diHPCARP_Ib.pttmpptpu 2.788e+43 5.49  5.49  2.785e+39 0.0122    7575 
diHPCARP_Ib.ppttppmpu 1.405e+44 6.46  6.46  2.743e+39 0.012     7576 
diHPCARP_Ib.ptmtpttmu 3.406e+44 7.00  7.00  2.720e+39 0.0119    7577 
diHPCARP_Ib.ppptpmtpu 9.318e+43 6.24  6.24  2.638e+39 0.0115    7578 
diHPCARP_Ib.mmtmppppu 4.977e+43 5.87  5.87  2.615e+39 0.0114    7579 
diHPCARP_Ib.tmmtpmmmu 1.093e+44 6.36  6.36  2.563e+39 0.0112    7580 
diHPCARP_Ib.tmppmttpu 6.737e+43 6.09  6.09  2.467e+39 0.0108    7581 
diHPCARP_Ib.mmmtmmmmu 3.695e+43 5.74  5.74  2.443e+39 0.0107    7582 
diHPCARP_Ib.ppppppppu 4.800e+43 5.90  5.90  2.419e+39 0.0106    7583 
diHPCARP_Ib.ptmtmttmu 5.170e+43 5.95  5.95  2.409e+39 0.0105    7584 
diHPCARP_Ib.mpmtpttpu 2.351e+44 6.86  6.86  2.349e+39 0.0103    7585 
diHPCARP_Ib.pmtmmmmpu 1.558e+44 6.62  6.62  2.339e+39 0.0102    7586 
diHPCARP_Ib.mptpptppu 5.659e+43 6.02  6.02  2.314e+39 0.0101    7587 
diHPCARP_Ib.mptpmtppu 3.301e+43 5.72  5.72  2.263e+39 0.00989   7588 
diHPCARP_Ib.tmttpppmu 8.838e+43 6.31  6.31  2.248e+39 0.00983   7589 
diHPCARP_Ib.pmtpmmtpu 7.776e+43 6.23  6.23  2.235e+39 0.00977   7590 
diHPCARP_Ib.pptpmttpu 3.818e+44 7.19  7.19  2.223e+39 0.00972   7591 
diHPCARP_Ib.tmppmtmpu 2.938e+43 5.66  5.66  2.195e+39 0.0096    7592 
diHPCARP_Ib.ttpmpttpu 3.848e+43 5.85  5.85  2.122e+39 0.00928   7593 
diHPCARP_Ib.ttpppttpu 4.699e+44 7.34  7.34  2.099e+39 0.00918   7594 
diHPCARP_Ib.mptmpttmu 1.125e+44 6.51  6.51  2.023e+39 0.00884   7595 
diHPCARP_Ib.tpppptpmu 4.433e+44 7.35  7.35  1.961e+39 0.00857   7596 
diHPCARP_Ib.pmptmtmmu 7.125e+43 6.27  6.27  1.919e+39 0.00839   7597 
diHPCARP_Ib.ppptmtpmu 1.064e+44 6.52  6.52  1.884e+39 0.00823   7598 
diHPCARP_Ib.tmtmpttpu 9.617e+43 6.47  6.47  1.872e+39 0.00818   7599 
diHPCARP_Ib.tmtppmmmu 1.453e+44 6.72  6.72  1.837e+39 0.00803   7600 
diHPCARP_Ib.ttppmpmmu 9.475e+43 6.47  6.47  1.835e+39 0.00802   7601 
diHPCARP_Ib.ptptmtmmu 5.880e+43 6.19  6.19  1.820e+39 0.00796   7602 
diHPCARP_Ib.tmpmpmmmu 3.375e+43 5.86  5.86  1.803e+39 0.00788   7603 
diHPCARP_Ib.ppptppmpu 7.010e+43 6.30  6.30  1.796e+39 0.00785   7604 
diHPCARP_Ib.pppmmpmpu 1.025e+44 6.54  6.54  1.769e+39 0.00773   7605 
diHPCARP_Ib.tmmtpmpmu 6.055e+43 6.25  6.25  1.690e+39 0.00739   7606 
diHPCARP_Ib.tpppmtpmu 6.458e+44 7.66  7.66  1.685e+39 0.00737   7607 
diHPCARP_Ib.pmtpmmmpu 6.999e+43 6.36  6.36  1.638e+39 0.00716   7608 
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diHPCARP_Ib.tptpmmtmu 9.360e+43 6.53  6.53  1.636e+39 0.00715   7609 
diHPCARP_Ib.mmpmpttpu 3.692e+43 5.99  5.99  1.612e+39 0.00704   7610 
diHPCARP_Ib.tptmptmpu 3.746e+44 7.38  7.38  1.569e+39 0.00686   7611 
diHPCARP_Ib.tptppmmmu 9.717e+43 6.61  6.61  1.482e+39 0.00648   7612 
diHPCARP_Ib.ttptpttpu 6.201e+43 6.35  6.35  1.465e+39 0.00641   7613 
diHPCARP_Ib.mmtmmtppu 5.993e+43 6.33  6.33  1.460e+39 0.00638   7614 
diHPCARP_Ib.mmppptppu 4.844e+43 6.21  6.21  1.452e+39 0.00635   7615 
diHPCARP_Ib.ptppmpmpu 5.802e+43 6.32  6.32  1.446e+39 0.00632   7616 
diHPCARP_Ib.pmpppppmu 4.355e+43 6.15  6.15  1.436e+39 0.00628   7617 
diHPCARP_Ib.tptpmmmmu 7.761e+43 6.51  6.51  1.410e+39 0.00616   7618 
diHPCARP_Ib.ppmmptmpu 2.188e+43 5.76  5.76  1.401e+39 0.00613   7619 
diHPCARP_Ib.pmtmpttpu 4.011e+43 6.12  6.12  1.400e+39 0.00612   7620 
diHPCARP_Ib.ptptmpppu 9.148e+43 6.61  6.61  1.396e+39 0.0061    7621 
diHPCARP_Ib.pptpmttmu 7.210e+43 6.48  6.48  1.383e+39 0.00605   7622 
diHPCARP_Ib.mmmmmttmu 1.618e+44 6.96  6.96  1.378e+39 0.00602   7623 
diHPCARP_Ib.ppptmmtpu 9.865e+43 6.67  6.67  1.371e+39 0.006     7624 
diHPCARP_Ib.tptmptpmu 2.660e+44 7.26  7.26  1.364e+39 0.00596   7625 
diHPCARP_Ib.tmmmmmpmu 3.843e+43 6.11  6.11  1.357e+39 0.00593   7626 
diHPCARP_Ib.ptppppmpu 1.368e+44 6.87  6.87  1.357e+39 0.00593   7627 
diHPCARP_Ib.pptmppppu 9.327e+43 6.66  6.66  1.316e+39 0.00575   7628 
diHPCARP_Ib.ppptmttmu 1.259e+44 6.84  6.84  1.313e+39 0.00574   7629 
diHPCARP_Ib.ppmppttmu 5.020e+43 6.29  6.29  1.307e+39 0.00572   7630 
diHPCARP_Ib.tmttmmmmu 2.346e+44 7.22  7.22  1.296e+39 0.00566   7631 
diHPCARP_Ib.mptmptmpu 1.388e+44 6.91  6.91  1.295e+39 0.00566   7632 
diHPCARP_Ib.mmtmpttmu 8.884e+43 6.64  6.64  1.288e+39 0.00563   7633 
diHPCARP_Ib.tptmmtmmu 4.062e+44 7.56  7.56  1.273e+39 0.00556   7634 
diHPCARP_Ib.pptmmpppu 1.121e+44 6.79  6.79  1.265e+39 0.00553   7635 
diHPCARP_Ib.mptmmtmpu 2.514e+44 7.28  7.28  1.242e+39 0.00543   7636 
diHPCARP_Ib.tmppmtpmu 2.911e+43 6.01  6.01  1.213e+39 0.0053    7637 
diHPCARP_Ib.tptmmtpmu 3.181e+44 7.44  7.44  1.207e+39 0.00528   7638 
diHPCARP_Ib.mpptmtppu 7.618e+43 6.61  6.61  1.156e+39 0.00505   7639 
diHPCARP_Ib.mmtmptppu 5.369e+43 6.41  6.41  1.152e+39 0.00503   7640 
diHPCARP_Ib.pmppmtmpu 7.736e+43 6.63  6.63  1.150e+39 0.00503   7641 
diHPCARP_Ib.mmppppmpu 6.575e+43 6.53  6.53  1.145e+39 0.00501   7642 
diHPCARP_Ib.ttptptppu 2.587e+43 5.98  5.98  1.143e+39 0.00499   7643 
diHPCARP_Ib.mmtmpttpu 6.822e+43 6.58  6.58  1.101e+39 0.00481   7644 
diHPCARP_Ib.ppmpmmtmu 1.604e+43 5.72  5.72  1.096e+39 0.00479   7645 
diHPCARP_Ib.mpmmmtmpu 1.880e+43 5.81  5.81  1.092e+39 0.00477   7646 
diHPCARP_Ib.mmpmmmtpu 4.469e+44 7.71  7.71  1.086e+39 0.00475   7647 
diHPCARP_Ib.ptmmmpmpu 5.937e+43 6.51  6.51  1.077e+39 0.00471   7648 
diHPCARP_Ib.mmpmptmpu 4.774e+43 6.39  6.39  1.057e+39 0.00462   7649 
diHPCARP_Ib.mptmpttpu 2.225e+43 5.94  5.94  1.052e+39 0.0046    7650 
diHPCARP_Ib.ptmtppppu 4.972e+43 6.42  6.42  1.052e+39 0.0046    7651 
diHPCARP_Ib.mttmpttpu 2.933e+43 6.10  6.10  1.050e+39 0.00459   7652 
diHPCARP_Ib.mmpmpmppu 1.114e+43 5.53  5.53  1.042e+39 0.00456   7653 
diHPCARP_Ib.mmmtmpppu 4.866e+43 6.41  6.41  1.033e+39 0.00452   7654 
diHPCARP_Ib.tmmmmttpu 2.622e+44 7.42  7.42  1.030e+39 0.0045    7655 
diHPCARP_Ib.tmttpmmmu 2.266e+44 7.34  7.34  1.026e+39 0.00448   7656 
diHPCARP_Ib.tttmptppu 3.921e+44 7.66  7.66  1.022e+39 0.00447   7657 
diHPCARP_Ib.ptmmpptpu 2.513e+43 6.03  6.03  1.012e+39 0.00443   7658 
diHPCARP_Ib.ttppmpppu 5.271e+43 6.48  6.48  1.003e+39 0.00439   7659 
diHPCARP_Ib.mmtmpptmu 1.795e+44 7.21  7.21  1.001e+39 0.00437   7660 
diHPCARP_Ib.tmtmpttmu 1.245e+44 7.00  7.00  9.927e+38 0.00434   7661 
diHPCARP_Ib.tmtmptpmu 1.514e+45 8.49  8.49  9.914e+38 0.00433   7662 
diHPCARP_Ib.mpmmmttpu 3.320e+43 6.22  6.22  9.805e+38 0.00429   7663 
diHPCARP_Ib.mtmmmttpu 1.071e+44 6.92  6.92  9.745e+38 0.00426   7664 
diHPCARP_Ib.ttpppttmu 5.575e+44 7.91  7.91  9.687e+38 0.00423   7665 
diHPCARP_Ib.ptmtppmpu 9.482e+43 6.86  6.86  9.556e+38 0.00418   7666 
diHPCARP_Ib.ppttmmtpu 4.812e+44 7.83  7.83  9.518e+38 0.00416   7667 
diHPCARP_Ib.pmttmpppu 9.935e+43 6.89  6.89  9.481e+38 0.00414   7668 
diHPCARP_Ib.mpmmptmmu 1.824e+43 5.88  5.88  9.439e+38 0.00413   7669 
diHPCARP_Ib.ttppmptpu 7.589e+43 6.74  6.74  9.373e+38 0.0041    7670 
diHPCARP_Ib.mpttmtppu 8.241e+43 6.79  6.79  9.372e+38 0.0041    7671 
diHPCARP_Ib.tpttmmmmu 1.443e+44 7.12  7.12  9.321e+38 0.00407   7672 
diHPCARP_Ib.ptmtmptpu 1.081e+44 6.96  6.96  9.125e+38 0.00399   7673 
diHPCARP_Ib.ttpmptppu 2.724e+43 6.15  6.15  8.948e+38 0.00391   7674 
diHPCARP_Ib.ptptptpmu 3.834e+43 6.36  6.36  8.896e+38 0.00389   7675 
diHPCARP_Ib.pmttppppu 1.105e+44 7.01  7.01  8.646e+38 0.00378   7676 
diHPCARP_Ib.ptptpttmu 7.558e+43 6.79  6.79  8.573e+38 0.00375   7677 
diHPCARP_Ib.pptpptpmu 2.500e+44 7.51  7.51  8.457e+38 0.0037    7678 
diHPCARP_Ib.ppppptmmu 1.218e+44 7.08  7.08  8.421e+38 0.00368   7679 
diHPCARP_Ib.ttppptppu 1.428e+44 7.19  7.19  8.315e+38 0.00364   7680 
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diHPCARP_Ib.tmtmptppu 3.893e+44 7.79  7.79  8.228e+38 0.0036    7681 
diHPCARP_Ib.pptmmtmpu 3.650e+44 7.76  7.76  8.057e+38 0.00352   7682 
diHPCARP_Ib.ppptptpmu 1.015e+44 7.01  7.01  7.946e+38 0.00347   7683 
diHPCARP_Ib.ptptmptpu 1.618e+44 7.29  7.29  7.941e+38 0.00347   7684 
diHPCARP_Ib.ppppmtmmu 1.816e+44 7.36  7.36  7.940e+38 0.00347   7685 
diHPCARP_Ib.tpppptmmu 1.610e+44 7.30  7.30  7.764e+38 0.00339   7686 
diHPCARP_Ib.mpttptppu 1.289e+44 7.17  7.17  7.740e+38 0.00338   7687 
diHPCARP_Ib.pmtmptpmu 3.160e+43 6.33  6.33  7.673e+38 0.00335   7688 
diHPCARP_Ib.ptmppptpu 4.363e+43 6.54  6.54  7.509e+38 0.00328   7689 
diHPCARP_Ib.ttmmmmtmu 5.416e+43 6.67  6.67  7.492e+38 0.00328   7690 
diHPCARP_Ib.tptmmtppu 4.878e+44 7.99  7.99  7.425e+38 0.00325   7691 
diHPCARP_Ib.tttppmpmu 9.092e+43 6.99  6.99  7.399e+38 0.00323   7692 
diHPCARP_Ib.pptpmtpmu 7.969e+43 6.91  6.91  7.386e+38 0.00323   7693 
diHPCARP_Ib.mppppttmu 4.876e+44 7.99  7.99  7.385e+38 0.00323   7694 
diHPCARP_Ib.tptmptppu 3.216e+44 7.75  7.75  7.278e+38 0.00318   7695 
diHPCARP_Ib.tttmpptmu 4.157e+43 6.53  6.53  7.242e+38 0.00317   7696 
diHPCARP_Ib.pmmppmtpu 1.386e+43 5.88  5.88  7.219e+38 0.00316   7697 
diHPCARP_Ib.ptmmppmpu 4.312e+43 6.56  6.56  7.147e+38 0.00312   7698 
diHPCARP_Ib.ptpppttmu 5.023e+44 8.03  8.03  7.115e+38 0.00311   7699 
diHPCARP_Ib.tpppptppu 1.931e+44 7.46  7.46  7.110e+38 0.00311   7700 
diHPCARP_Ib.mttmptmpu 2.576e+44 7.64  7.64  7.010e+38 0.00306   7701 
diHPCARP_Ib.tpppptmpu 2.004e+44 7.49  7.49  7.009e+38 0.00306   7702 
diHPCARP_Ib.ttpppptmu 1.053e+44 7.11  7.11  6.967e+38 0.00305   7703 
diHPCARP_Ib.ppppmtmpu 7.326e+44 8.28  8.28  6.833e+38 0.00299   7704 
diHPCARP_Ib.pptmptmpu 2.316e+44 7.59  7.59  6.832e+38 0.00299   7705 
diHPCARP_Ib.ptmpmmpmu 3.073e+43 6.39  6.39  6.764e+38 0.00296   7706 
diHPCARP_Ib.tpppmtmmu 1.765e+44 7.44  7.44  6.708e+38 0.00293   7707 
diHPCARP_Ib.mmppmtmpu 2.664e+43 6.31  6.31  6.703e+38 0.00293   7708 
diHPCARP_Ib.pmtmmtpmu 2.877e+43 6.37  6.37  6.595e+38 0.00288   7709 
diHPCARP_Ib.ppptpttmu 1.469e+44 7.36  7.36  6.439e+38 0.00281   7710 
diHPCARP_Ib.tpptmmmmu 1.218e+44 7.25  7.25  6.417e+38 0.00281   7711 
diHPCARP_Ib.ptmtmtppu 4.004e+43 6.60  6.60  6.276e+38 0.00274   7712 
diHPCARP_Ib.mpptptppu 7.158e+43 6.95  6.95  6.168e+38 0.0027    7713 
diHPCARP_Ib.mttmppmpu 2.189e+44 7.63  7.63  6.095e+38 0.00266   7714 
diHPCARP_Ib.tmmppmtmu 5.759e+43 6.85  6.85  5.935e+38 0.00259   7715 
diHPCARP_Ib.tptpmttmu 2.335e+44 7.69  7.69  5.852e+38 0.00256   7716 
diHPCARP_Ib.mttmptppu 1.987e+44 7.61  7.61  5.711e+38 0.0025    7717 
diHPCARP_Ib.ttptptpmu 3.704e+43 6.61  6.61  5.701e+38 0.00249   7718 
diHPCARP_Ib.ppttmtpmu 1.898e+44 7.59  7.59  5.658e+38 0.00247   7719 
diHPCARP_Ib.tmppmttmu 6.234e+43 6.92  6.92  5.655e+38 0.00247   7720 
diHPCARP_Ib.tmmmptpmu 3.110e+43 6.51  6.51  5.651e+38 0.00247   7721 
diHPCARP_Ib.mmmmmmtmu 2.294e+44 7.71  7.71  5.557e+38 0.00243   7722 
diHPCARP_Ib.mpppptmpu 6.921e+43 7.00  7.00  5.523e+38 0.00241   7723 
diHPCARP_Ib.tmtmmtppu 2.518e+44 7.77  7.77  5.523e+38 0.00241   7724 
diHPCARP_Ib.tmppmtmmu 5.317e+43 6.85  6.85  5.396e+38 0.00236   7725 
diHPCARP_Ib.mpppmtmpu 6.052e+43 6.94  6.94  5.315e+38 0.00232   7726 
diHPCARP_Ib.ttptpttmu 6.671e+43 7.01  7.01  5.262e+38 0.0023    7727 
diHPCARP_Ib.ptmpptpmu 1.363e+44 7.43  7.43  5.240e+38 0.00229   7728 
diHPCARP_Ib.ttppmtppu 3.654e+43 6.66  6.66  5.170e+38 0.00226   7729 
diHPCARP_Ib.ttppmtpmu 1.006e+44 7.26  7.26  5.139e+38 0.00225   7730 
diHPCARP_Ib.mmpmmptpu 8.191e+43 7.14  7.14  5.133e+38 0.00224   7731 
diHPCARP_Ib.mptmptmmu 2.224e+44 7.74  7.74  5.124e+38 0.00224   7732 
diHPCARP_Ib.tttpmttpu 1.782e+44 7.63  7.63  4.957e+38 0.00217   7733 
diHPCARP_Ib.tptmptmmu 3.712e+44 8.07  8.07  4.895e+38 0.00214   7734 
diHPCARP_Ib.ptptptppu 4.646e+43 6.83  6.83  4.889e+38 0.00214   7735 
diHPCARP_Ib.ppmtmttpu 8.891e+43 7.23  7.23  4.815e+38 0.0021    7736 
diHPCARP_Ib.ttppmttpu 5.616e+43 6.96  6.96  4.778e+38 0.00209   7737 
diHPCARP_Ib.tpmpmttpu 6.026e+43 7.01  7.01  4.730e+38 0.00207   7738 
diHPCARP_Ib.mttmmtmpu 1.824e+44 7.68  7.68  4.659e+38 0.00204   7739 
diHPCARP_Ib.mmmmmtmmu 1.310e+44 7.49  7.49  4.587e+38 0.00201   7740 
diHPCARP_Ib.mmtmpptpu 1.047e+44 7.36  7.36  4.561e+38 0.00199   7741 
diHPCARP_Ib.mptppmtpu 2.531e+44 7.90  7.90  4.484e+38 0.00196   7742 
diHPCARP_Ib.tttmmtppu 2.066e+44 7.78  7.78  4.441e+38 0.00194   7743 
diHPCARP_Ib.tpptpmmmu 1.166e+44 7.44  7.44  4.416e+38 0.00193   7744 
diHPCARP_Ib.ppmmpmtmu 6.668e+43 7.11  7.11  4.382e+38 0.00192   7745 
diHPCARP_Ib.tmpmpmtpu 5.251e+43 6.97  6.97  4.366e+38 0.00191   7746 
diHPCARP_Ib.pptppttpu 2.292e+44 7.85  7.85  4.365e+38 0.00191   7747 
diHPCARP_Ib.ptppppmmu 3.470e+43 6.73  6.73  4.356e+38 0.0019    7748 
diHPCARP_Ib.ppttptpmu 4.410e+44 8.25  8.25  4.345e+38 0.0019    7749 
diHPCARP_Ib.ppmpmttpu 4.459e+43 6.89  6.89  4.297e+38 0.00188   7750 
diHPCARP_Ib.tmmmmttmu 1.412e+44 7.59  7.59  4.179e+38 0.00183   7751 
diHPCARP_Ib.tmmmptppu 1.592e+43 6.29  6.29  4.170e+38 0.00182   7752 
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diHPCARP_Ib.mptmptpmu 9.075e+44 8.70  8.70  4.146e+38 0.00181   7753 
diHPCARP_Ib.pmppptpmu 1.438e+44 7.61  7.61  4.137e+38 0.00181   7754 
diHPCARP_Ib.tptpmttpu 2.240e+44 7.87  7.87  4.136e+38 0.00181   7755 
diHPCARP_Ib.mpmtptmpu 5.509e+43 7.04  7.04  4.121e+38 0.0018    7756 
diHPCARP_Ib.tptmmttmu 6.373e+44 8.51  8.51  4.026e+38 0.00176   7757 
diHPCARP_Ib.tpmmptppu 2.827e+43 6.66  6.66  4.004e+38 0.00175   7758 
diHPCARP_Ib.ppppptmpu 2.600e+44 7.98  7.98  3.980e+38 0.00174   7759 
diHPCARP_Ib.tmpmptppu 3.384e+43 6.77  6.77  3.976e+38 0.00174   7760 
diHPCARP_Ib.ttmmpppmu 2.116e+43 6.49  6.49  3.946e+38 0.00173   7761 
diHPCARP_Ib.pmtppmmpu 2.049e+44 7.86  7.86  3.882e+38 0.0017    7762 
diHPCARP_Ib.tpptmmtmu 2.147e+44 7.88  7.88  3.876e+38 0.00169   7763 
diHPCARP_Ib.mttmmtppu 1.184e+44 7.53  7.53  3.851e+38 0.00168   7764 
diHPCARP_Ib.ttpppppmu 7.036e+43 7.23  7.23  3.794e+38 0.00166   7765 
diHPCARP_Ib.tpmmpmpmu 1.302e+43 6.23  6.23  3.791e+38 0.00166   7766 
diHPCARP_Ib.tpppmtmpu 1.793e+44 7.79  7.79  3.782e+38 0.00165   7767 
diHPCARP_Ib.mmmtpttmu 2.907e+44 8.08  8.08  3.775e+38 0.00165   7768 
diHPCARP_Ib.mttmmpmpu 1.587e+44 7.72  7.72  3.767e+38 0.00165   7769 
diHPCARP_Ib.mmptmtppu 6.760e+43 7.21  7.21  3.751e+38 0.00164   7770 
diHPCARP_Ib.tpptpmtmu 2.370e+44 7.97  7.97  3.678e+38 0.00161   7771 
diHPCARP_Ib.mmpmmmmpu 6.364e+43 7.19  7.19  3.662e+38 0.0016    7772 
diHPCARP_Ib.tmtmptmpu 3.822e+44 8.26  8.26  3.654e+38 0.0016    7773 
diHPCARP_Ib.pmmmptppu 1.665e+43 6.40  6.40  3.596e+38 0.00157   7774 
diHPCARP_Ib.ptppmtppu 2.234e+43 6.59  6.59  3.550e+38 0.00155   7775 
diHPCARP_Ib.ptppmttpu 4.093e+43 6.95  6.95  3.549e+38 0.00155   7776 
diHPCARP_Ib.tmtpmtppu 2.692e+44 8.08  8.08  3.523e+38 0.00154   7777 
diHPCARP_Ib.ppmtmtmmu 1.140e+44 7.58  7.58  3.455e+38 0.00151   7778 
diHPCARP_Ib.ptmtptpmu 7.413e+43 7.33  7.33  3.411e+38 0.00149   7779 
diHPCARP_Ib.ttmtmttpu 7.945e+43 7.37  7.37  3.395e+38 0.00148   7780 
diHPCARP_Ib.mmtpmttmu 4.598e+44 8.42  8.42  3.365e+38 0.00147   7781 
diHPCARP_Ib.ppmpmmmmu 1.068e+43 6.18  6.18  3.343e+38 0.00146   7782 
diHPCARP_Ib.pmptpttmu 6.506e+43 7.27  7.27  3.310e+38 0.00145   7783 
diHPCARP_Ib.mpppptmmu 1.398e+44 7.73  7.73  3.293e+38 0.00144   7784 
diHPCARP_Ib.ptmpmptpu 4.746e+43 7.09  7.09  3.271e+38 0.00143   7785 
diHPCARP_Ib.ttppptpmu 1.678e+44 7.85  7.85  3.228e+38 0.00141   7786 
diHPCARP_Ib.pmmppmmpu 1.720e+43 6.49  6.49  3.223e+38 0.00141   7787 
diHPCARP_Ib.mmtmmmpmu 2.504e+44 8.09  8.09  3.194e+38 0.0014    7788 
diHPCARP_Ib.ttppmpmpu 9.459e+43 7.52  7.52  3.171e+38 0.00139   7789 
diHPCARP_Ib.ttmtpmtmu 8.678e+43 7.47  7.47  3.145e+38 0.00137   7790 
diHPCARP_Ib.pmttpmmpu 2.674e+44 8.14  8.14  3.134e+38 0.00137   7791 
diHPCARP_Ib.mpmmpttmu 1.674e+44 7.87  7.87  3.082e+38 0.00135   7792 
diHPCARP_Ib.mmtmpmmpu 9.427e+43 7.53  7.53  3.080e+38 0.00135   7793 
diHPCARP_Ib.mmptppppu 7.978e+43 7.43  7.43  3.076e+38 0.00134   7794 
diHPCARP_Ib.tmtpptppu 3.563e+44 8.33  8.33  3.039e+38 0.00133   7795 
diHPCARP_Ib.tptppmpmu 1.275e+44 7.72  7.72  3.016e+38 0.00132   7796 
diHPCARP_Ib.mptpmtmpu 4.569e+43 7.12  7.12  2.993e+38 0.00131   7797 
diHPCARP_Ib.pmttmmmpu 2.012e+44 8.00  8.00  2.972e+38 0.0013    7798 
diHPCARP_Ib.tpptmttpu 7.619e+44 8.81  8.81  2.902e+38 0.00127   7799 
diHPCARP_Ib.mpmtptppu 4.306e+43 7.11  7.11  2.866e+38 0.00125   7800 
diHPCARP_Ib.ptppptpmu 1.375e+44 7.80  7.80  2.840e+38 0.00124   7801 
diHPCARP_Ib.mtpppmppu 5.774e+44 8.66  8.66  2.832e+38 0.00124   7802 
diHPCARP_Ib.tmtmmtpmu 4.478e+44 8.51  8.51  2.828e+38 0.00124   7803 
diHPCARP_Ib.pptmmtmmu 3.115e+44 8.30  8.30  2.821e+38 0.00123   7804 
diHPCARP_Ib.mmtpmttpu 3.168e+44 8.31  8.31  2.781e+38 0.00122   7805 
diHPCARP_Ib.tttmmtmpu 3.101e+44 8.31  8.31  2.758e+38 0.00121   7806 
diHPCARP_Ib.ptmtmtpmu 1.603e+44 7.92  7.92  2.733e+38 0.00119   7807 
diHPCARP_Ib.tttmptpmu 4.140e+44 8.48  8.48  2.732e+38 0.00119   7808 
diHPCARP_Ib.mmtpmmtmu 1.487e+45 9.25  9.25  2.730e+38 0.00119   7809 
diHPCARP_Ib.tpttpmmmu 1.500e+44 7.89  7.89  2.694e+38 0.00118   7810 
diHPCARP_Ib.tmtpmtpmu 5.141e+44 8.62  8.62  2.692e+38 0.00118   7811 
diHPCARP_Ib.mtmmmtmpu 7.916e+43 7.51  7.51  2.670e+38 0.00117   7812 
diHPCARP_Ib.tpmmptpmu 4.502e+43 7.18  7.18  2.656e+38 0.00116   7813 
diHPCARP_Ib.tmmpmmtpu 2.810e+43 6.90  6.90  2.653e+38 0.00116   7814 
diHPCARP_Ib.mptmmtmmu 2.633e+44 8.24  8.24  2.621e+38 0.00115   7815 
diHPCARP_Ib.ptpppppmu 4.505e+43 7.19  7.19  2.620e+38 0.00115   7816 
diHPCARP_Ib.ptpmmmmmu 5.132e+43 7.27  7.27  2.596e+38 0.00113   7817 
diHPCARP_Ib.ptptmtpmu 8.422e+43 7.57  7.57  2.558e+38 0.00112   7818 
diHPCARP_Ib.tmmppmmmu 8.388e+43 7.57  7.57  2.547e+38 0.00111   7819 
diHPCARP_Ib.pmtmmtmpu 3.218e+44 8.39  8.39  2.489e+38 0.00109   7820 
diHPCARP_Ib.mtmmptmpu 6.238e+43 7.41  7.41  2.484e+38 0.00109   7821 
diHPCARP_Ib.mmptmttpu 1.553e+44 7.97  7.97  2.446e+38 0.00107   7822 
diHPCARP_Ib.mptpmttmu 5.593e+44 8.74  8.74  2.395e+38 0.00105   7823 
diHPCARP_Ib.ttptptmmu 9.464e+43 7.68  7.68  2.393e+38 0.00105   7824 
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diHPCARP_Ib.tmtpmttpu 2.270e+44 8.21  8.21  2.362e+38 0.00103   7825 
diHPCARP_Ib.mmpmpttmu 3.461e+43 7.10  7.10  2.312e+38 0.00101   7826 
diHPCARP_Ib.mmtmpppmu 1.990e+44 8.15  8.15  2.308e+38 0.00101   7827 
diHPCARP_Ib.mttmpttmu 9.897e+43 7.74  7.74  2.283e+38 0.000998  7828 
diHPCARP_Ib.ptpppmtpu 3.929e+44 8.56  8.56  2.274e+38 0.000994  7829 
diHPCARP_Ib.tpmpmmpmu 2.441e+43 6.91  6.91  2.256e+38 0.000986  7830 
diHPCARP_Ib.ttptptmpu 3.287e+43 7.09  7.09  2.236e+38 0.000977  7831 
diHPCARP_Ib.ttppppmmu 1.244e+44 7.89  7.89  2.234e+38 0.000977  7832 
diHPCARP_Ib.tmpmpttpu 4.525e+43 7.29  7.29  2.207e+38 0.000965  7833 
diHPCARP_Ib.tmpmpmmpu 5.779e+43 7.45  7.45  2.179e+38 0.000952  7834 
diHPCARP_Ib.mmtmptmmu 6.279e+44 8.87  8.87  2.156e+38 0.000943  7835 
diHPCARP_Ib.pmtpmttmu 4.409e+44 8.66  8.66  2.155e+38 0.000942  7836 
diHPCARP_Ib.mmtmptpmu 1.465e+44 8.01  8.01  2.154e+38 0.000942  7837 
diHPCARP_Ib.pmmppmppu 1.811e+43 6.79  6.79  2.055e+38 0.000898  7838 
diHPCARP_Ib.ttmmpttpu 1.748e+44 8.15  8.15  2.017e+38 0.000882  7839 
diHPCARP_Ib.tpmpmtmpu 2.250e+43 6.94  6.94  1.994e+38 0.000872  7840 
diHPCARP_Ib.mmmtptmmu 2.181e+44 8.30  8.30  1.954e+38 0.000854  7841 
diHPCARP_Ib.tttpmttmu 2.026e+44 8.26  8.26  1.945e+38 0.00085   7842 
diHPCARP_Ib.tmmtpttmu 3.705e+44 8.62  8.62  1.941e+38 0.000849  7843 
diHPCARP_Ib.tppmpmpmu 2.773e+43 7.09  7.09  1.905e+38 0.000833  7844 
diHPCARP_Ib.ppttmttmu 3.220e+44 8.55  8.55  1.902e+38 0.000832  7845 
diHPCARP_Ib.ptppptppu 1.891e+44 8.23  8.23  1.902e+38 0.000832  7846 
diHPCARP_Ib.mmttmpmpu 6.976e+43 7.64  7.64  1.899e+38 0.00083   7847 
diHPCARP_Ib.mmtmmppmu 9.927e+43 7.85  7.85  1.882e+38 0.000823  7848 
diHPCARP_Ib.tmpppmpmu 7.067e+43 7.66  7.66  1.874e+38 0.000819  7849 
diHPCARP_Ib.tmtmppppu 1.691e+44 8.18  8.18  1.873e+38 0.000819  7850 
diHPCARP_Ib.tpptmttmu 6.852e+44 9.01  9.01  1.863e+38 0.000814  7851 
diHPCARP_Ib.mtmmptppu 7.830e+43 7.72  7.72  1.848e+38 0.000808  7852 
diHPCARP_Ib.tttmmtpmu 2.606e+44 8.44  8.44  1.845e+38 0.000807  7853 
diHPCARP_Ib.tppmmmtmu 1.055e+44 7.91  7.91  1.835e+38 0.000802  7854 
diHPCARP_Ib.tmtmptmmu 5.539e+44 8.90  8.90  1.832e+38 0.000801  7855 
diHPCARP_Ib.pppmmttpu 3.334e+44 8.60  8.60  1.827e+38 0.000798  7856 
diHPCARP_Ib.tmmtpttpu 3.313e+44 8.59  8.59  1.826e+38 0.000798  7857 
diHPCARP_Ib.tttmmtmmu 3.719e+44 8.67  8.67  1.806e+38 0.00079   7858 
diHPCARP_Ib.mppppttpu 1.077e+44 7.93  7.93  1.804e+38 0.000788  7859 
diHPCARP_Ib.pmtpmttpu 2.307e+44 8.39  8.39  1.789e+38 0.000782  7860 
diHPCARP_Ib.pmptmppmu 5.097e+43 7.49  7.49  1.773e+38 0.000775  7861 
diHPCARP_Ib.mmptptppu 7.523e+43 7.73  7.73  1.765e+38 0.000772  7862 
diHPCARP_Ib.tptppmtpu 8.879e+44 9.21  9.21  1.745e+38 0.000763  7863 
diHPCARP_Ib.mmmmmmmmu 2.025e+44 8.33  8.33  1.718e+38 0.000751  7864 
diHPCARP_Ib.tmtmmtmpu 2.709e+44 8.51  8.51  1.716e+38 0.00075   7865 
diHPCARP_Ib.mmppmppmu 5.294e+43 7.54  7.54  1.707e+38 0.000746  7866 
diHPCARP_Ib.mtmmpttpu 7.280e+43 7.73  7.73  1.703e+38 0.000744  7867 
diHPCARP_Ib.mttpmttpu 9.957e+43 7.92  7.92  1.698e+38 0.000742  7868 
diHPCARP_Ib.mpmtmtppu 5.141e+43 7.52  7.52  1.696e+38 0.000741  7869 
diHPCARP_Ib.mttpptppu 1.640e+44 8.22  8.22  1.694e+38 0.000741  7870 
diHPCARP_Ib.ttmmpptmu 2.840e+43 7.17  7.17  1.685e+38 0.000737  7871 
diHPCARP_Ib.mtptpmtpu 2.620e+43 7.13  7.13  1.679e+38 0.000734  7872 
diHPCARP_Ib.pttmppppu 5.351e+43 7.56  7.56  1.678e+38 0.000733  7873 
diHPCARP_Ib.mmpmptpmu 3.104e+43 7.24  7.24  1.655e+38 0.000724  7874 
diHPCARP_Ib.mmmtmttmu 3.647e+44 8.71  8.71  1.651e+38 0.000722  7875 
diHPCARP_Ib.ppmtptmmu 9.057e+43 7.88  7.88  1.647e+38 0.00072   7876 
diHPCARP_Ib.mttpmtmpu 9.853e+43 7.93  7.93  1.642e+38 0.000718  7877 
diHPCARP_Ib.ttptmpmmu 2.574e+44 8.51  8.51  1.636e+38 0.000715  7878 
diHPCARP_Ib.mptpptmpu 1.038e+44 7.97  7.97  1.615e+38 0.000706  7879 
diHPCARP_Ib.pmptppppu 1.806e+43 6.94  6.94  1.600e+38 0.0007    7880 
diHPCARP_Ib.tmpppptmu 1.374e+44 8.15  8.15  1.598e+38 0.000699  7881 
diHPCARP_Ib.mmtppmpmu 2.617e+44 8.55  8.55  1.539e+38 0.000673  7882 
diHPCARP_Ib.tptpmtmmu 1.227e+44 8.10  8.10  1.530e+38 0.000669  7883 
diHPCARP_Ib.mtptptppu 5.426e+43 7.62  7.62  1.514e+38 0.000662  7884 
diHPCARP_Ib.tttpptppu 2.522e+44 8.54  8.54  1.505e+38 0.000658  7885 
diHPCARP_Ib.ptpmmpppu 6.077e+43 7.70  7.70  1.502e+38 0.000657  7886 
diHPCARP_Ib.mtmtmtmpu 4.508e+43 7.52  7.52  1.494e+38 0.000653  7887 
diHPCARP_Ib.mpppptpmu 1.924e+44 8.40  8.40  1.471e+38 0.000643  7888 
diHPCARP_Ib.mtptptmpu 2.616e+43 7.21  7.21  1.466e+38 0.000641  7889 
diHPCARP_Ib.ttmmmpmmu 1.437e+44 8.23  8.23  1.462e+38 0.000639  7890 
diHPCARP_Ib.pptmpmtmu 5.830e+43 7.69  7.69  1.452e+38 0.000635  7891 
diHPCARP_Ib.mmpmpmpmu 4.271e+43 7.51  7.51  1.442e+38 0.00063   7892 
diHPCARP_Ib.mpppmtmmu 1.227e+44 8.14  8.14  1.431e+38 0.000625  7893 
diHPCARP_Ib.ttmmmptpu 2.214e+44 8.50  8.50  1.419e+38 0.00062   7894 
diHPCARP_Ib.tptpptpmu 2.409e+44 8.55  8.55  1.416e+38 0.000619  7895 
diHPCARP_Ib.pptpptmpu 3.327e+44 8.75  8.75  1.412e+38 0.000617  7896 
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diHPCARP_Ib.ppmtptpmu 8.514e+43 7.94  7.94  1.401e+38 0.000612  7897 
diHPCARP_Ib.mpttmtmpu 1.939e+44 8.44  8.44  1.386e+38 0.000606  7898 
diHPCARP_Ib.pttpmptpu 1.412e+44 8.26  8.26  1.348e+38 0.000589  7899 
diHPCARP_Ib.tpmpmtpmu 4.158e+43 7.55  7.55  1.311e+38 0.000573  7900 
diHPCARP_Ib.ttptmmpmu 1.173e+44 8.17  8.17  1.301e+38 0.000569  7901 
diHPCARP_Ib.mmmpmmtmu 4.974e+43 7.67  7.67  1.288e+38 0.000563  7902 
diHPCARP_Ib.ppptmttpu 3.400e+44 8.82  8.82  1.283e+38 0.000561  7903 
diHPCARP_Ib.tptpmtpmu 1.202e+44 8.20  8.20  1.271e+38 0.000555  7904 
diHPCARP_Ib.tmtmmpppu 7.886e+43 7.95  7.95  1.266e+38 0.000554  7905 
diHPCARP_Ib.tptpmmpmu 5.540e+43 7.74  7.74  1.265e+38 0.000553  7906 
diHPCARP_Ib.tpttmmpmu 1.363e+44 8.28  8.28  1.263e+38 0.000552  7907 
diHPCARP_Ib.ppppptppu 1.609e+44 8.38  8.38  1.258e+38 0.00055   7908 
diHPCARP_Ib.pmptmtpmu 2.703e+44 8.70  8.70  1.245e+38 0.000544  7909 
diHPCARP_Ib.mmtppppmu 1.282e+44 8.26  8.26  1.242e+38 0.000543  7910 
diHPCARP_Ib.mmtpmtpmu 9.538e+43 8.08  8.08  1.234e+38 0.00054   7911 
diHPCARP_Ib.ttmmmttpu 1.531e+44 8.37  8.37  1.232e+38 0.000538  7912 
diHPCARP_Ib.tmpmptmpu 4.084e+43 7.58  7.58  1.228e+38 0.000537  7913 
diHPCARP_Ib.mmtmmtmmu 5.292e+44 9.11  9.11  1.221e+38 0.000534  7914 
diHPCARP_Ib.ptptmmppu 1.550e+44 8.38  8.38  1.219e+38 0.000533  7915 
diHPCARP_Ib.pptpptppu 2.179e+44 8.59  8.59  1.209e+38 0.000528  7916 
diHPCARP_Ib.pmptptmmu 6.298e+43 7.85  7.85  1.203e+38 0.000526  7917 
diHPCARP_Ib.mmpmptmmu 2.831e+43 7.38  7.38  1.190e+38 0.00052   7918 
diHPCARP_Ib.pttmmmppu 3.275e+43 7.47  7.47  1.185e+38 0.000518  7919 
diHPCARP_Ib.tpptptmmu 3.937e+44 8.95  8.95  1.182e+38 0.000517  7920 
diHPCARP_Ib.tmtpptpmu 5.191e+44 9.12  9.12  1.181e+38 0.000516  7921 
diHPCARP_Ib.ppmtmtpmu 1.054e+44 8.17  8.17  1.176e+38 0.000514  7922 
diHPCARP_Ib.tptpmtmpu 1.529e+44 8.40  8.40  1.170e+38 0.000512  7923 
diHPCARP_Ib.pptpmtmmu 7.240e+43 7.95  7.95  1.164e+38 0.000509  7924 
diHPCARP_Ib.ptptmpmpu 1.637e+44 8.44  8.44  1.161e+38 0.000507  7925 
diHPCARP_Ib.tmmtmpmpu 2.697e+43 7.37  7.37  1.156e+38 0.000505  7926 
diHPCARP_Ib.mmmtmppmu 3.738e+43 7.57  7.57  1.152e+38 0.000504  7927 
diHPCARP_Ib.mpmtmtmpu 7.953e+43 8.02  8.02  1.149e+38 0.000502  7928 
diHPCARP_Ib.ppmpmtmpu 2.006e+43 7.21  7.21  1.122e+38 0.00049   7929 
diHPCARP_Ib.tpptpttmu 7.764e+44 9.39  9.39  1.119e+38 0.000489  7930 
diHPCARP_Ib.mtpmptmpu 2.497e+43 7.34  7.34  1.114e+38 0.000487  7931 
diHPCARP_Ib.ppmtmtmpu 1.565e+44 8.44  8.44  1.105e+38 0.000483  7932 
diHPCARP_Ib.mtpmpttpu 4.414e+43 7.69  7.69  1.103e+38 0.000482  7933 
diHPCARP_Ib.tmtmpptpu 6.474e+43 7.92  7.92  1.098e+38 0.00048   7934 
diHPCARP_Ib.mtppmppmu 2.225e+43 7.29  7.29  1.090e+38 0.000477  7935 
diHPCARP_Ib.ptmpmmppu 5.238e+43 7.80  7.80  1.083e+38 0.000473  7936 
diHPCARP_Ib.tttpmtmpu 2.485e+44 8.73  8.73  1.080e+38 0.000472  7937 
diHPCARP_Ib.tmtpmttmu 2.889e+44 8.83  8.83  1.076e+38 0.00047   7938 
diHPCARP_Ib.ptmtptppu 2.252e+44 8.68  8.68  1.072e+38 0.000469  7939 
diHPCARP_Ib.ptmppmmpu 6.511e+43 7.95  7.95  1.052e+38 0.00046   7940 
diHPCARP_Ib.mmmpmmpmu 4.616e+43 7.75  7.75  1.048e+38 0.000458  7941 
diHPCARP_Ib.ttpmmttpu 6.287e+43 7.93  7.93  1.047e+38 0.000458  7942 
diHPCARP_Ib.pptmmtppu 8.272e+44 9.47  9.47  1.040e+38 0.000455  7943 
diHPCARP_Ib.tmmppmpmu 2.103e+43 7.29  7.29  1.030e+38 0.00045   7944 
diHPCARP_Ib.tmtpmtmpu 2.144e+44 8.68  8.68  1.027e+38 0.000449  7945 
diHPCARP_Ib.mpmtmttpu 2.214e+44 8.70  8.70  1.025e+38 0.000448  7946 
diHPCARP_Ib.ppptpttpu 3.528e+44 8.98  8.98  1.018e+38 0.000445  7947 
diHPCARP_Ib.mmptmpppu 4.789e+43 7.79  7.79  1.018e+38 0.000445  7948 
diHPCARP_Ib.mptmmtpmu 4.963e+44 9.19  9.19  1.005e+38 0.000439  7949 
diHPCARP_Ib.tmttmtppu 3.920e+44 9.05  9.05  1.002e+38 0.000438  7950 
diHPCARP_Ib.tpttmtmmu 3.071e+44 8.91  8.91  9.903e+37 0.000433  7951 
diHPCARP_Ib.mpppmttpu 1.218e+44 8.36  8.36  9.899e+37 0.000433  7952 
diHPCARP_Ib.ttppptmpu 1.645e+44 8.54  8.54  9.862e+37 0.000431  7953 
diHPCARP_Ib.tttpptpmu 4.590e+44 9.16  9.16  9.781e+37 0.000428  7954 
diHPCARP_Ib.mmmpmmmmu 4.618e+43 7.79  7.79  9.747e+37 0.000426  7955 
diHPCARP_Ib.ppptmtmmu 1.597e+44 8.53  8.53  9.731e+37 0.000425  7956 
diHPCARP_Ib.pmptpmtpu 2.468e+43 7.43  7.43  9.481e+37 0.000414  7957 
diHPCARP_Ib.ttmtmtmpu 8.402e+43 8.17  8.17  9.440e+37 0.000413  7958 
diHPCARP_Ib.tpttmtpmu 3.019e+44 8.93  8.93  9.370e+37 0.00041   7959 
diHPCARP_Ib.ttmmpttmu 2.791e+44 8.89  8.89  9.363e+37 0.000409  7960 
diHPCARP_Ib.ptmmmtpmu 3.920e+43 7.72  7.72  9.289e+37 0.000406  7961 
diHPCARP_Ib.mmtpmppmu 1.152e+44 8.37  8.37  9.160e+37 0.0004    7962 
diHPCARP_Ib.pmppmmpmu 2.541e+43 7.48  7.48  9.066e+37 0.000396  7963 
diHPCARP_Ib.tmmtptmpu 2.962e+44 8.95  8.95  9.010e+37 0.000394  7964 
diHPCARP_Ib.ppmpptpmu 2.575e+43 7.50  7.50  8.897e+37 0.000389  7965 
diHPCARP_Ib.ppttmttpu 1.004e+45 9.68  9.68  8.892e+37 0.000389  7966 
diHPCARP_Ib.tpptmtmmu 2.342e+44 8.81  8.81  8.876e+37 0.000388  7967 
diHPCARP_Ib.mptpmtmmu 8.944e+43 8.25  8.25  8.810e+37 0.000385  7968 
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diHPCARP_Ib.ttmtpmpmu 7.094e+43 8.11  8.11  8.799e+37 0.000385  7969 
diHPCARP_Ib.mmptpttpu 1.599e+44 8.60  8.60  8.757e+37 0.000383  7970 
diHPCARP_Ib.mpptmtmpu 1.098e+44 8.38  8.38  8.692e+37 0.00038   7971 
diHPCARP_Ib.tptpptmmu 1.844e+44 8.69  8.69  8.666e+37 0.000379  7972 
diHPCARP_Ib.tmmpmmmpu 7.019e+43 8.12  8.12  8.594e+37 0.000376  7973 
diHPCARP_Ib.ppmmpmppu 3.463e+43 7.70  7.70  8.561e+37 0.000374  7974 
diHPCARP_Ib.mtmpppmpu 7.388e+43 8.15  8.15  8.556e+37 0.000374  7975 
diHPCARP_Ib.mmptmptpu 7.920e+43 8.19  8.19  8.536e+37 0.000373  7976 
diHPCARP_Ib.mpttptmpu 2.021e+44 8.75  8.75  8.519e+37 0.000372  7977 
diHPCARP_Ib.mmptpptpu 8.556e+43 8.24  8.24  8.479e+37 0.000371  7978 
diHPCARP_Ib.mmmtmtmmu 2.446e+44 8.88  8.88  8.305e+37 0.000363  7979 
diHPCARP_Ib.pptpmmppu 2.993e+43 7.63  7.63  8.258e+37 0.000361  7980 
diHPCARP_Ib.mttpmtppu 5.549e+43 8.00  8.00  8.251e+37 0.000361  7981 
diHPCARP_Ib.pmppmppmu 8.231e+42 6.87  6.87  8.185e+37 0.000358  7982 
diHPCARP_Ib.mpmmmtppu 1.686e+43 7.30  7.30  8.063e+37 0.000352  7983 
diHPCARP_Ib.tmmtmttpu 3.676e+44 9.14  9.14  8.015e+37 0.00035   7984 
diHPCARP_Ib.mtmtpttpu 1.906e+44 8.76  8.76  7.909e+37 0.000346  7985 
diHPCARP_Ib.ttmmpptpu 3.695e+44 9.16  9.16  7.904e+37 0.000346  7986 
diHPCARP_Ib.mmmpmttmu 3.830e+44 9.18  9.18  7.861e+37 0.000344  7987 
diHPCARP_Ib.mmtpmpppu 1.423e+44 8.59  8.59  7.852e+37 0.000343  7988 
diHPCARP_Ib.tmmmmtmmu 1.028e+44 8.40  8.40  7.811e+37 0.000341  7989 
diHPCARP_Ib.tppmmttpu 1.909e+44 8.77  8.77  7.788e+37 0.00034   7990 
diHPCARP_Ib.ppptpmppu 6.561e+43 8.14  8.14  7.767e+37 0.00034   7991 
diHPCARP_Ib.mmtpmtmmu 2.176e+44 8.85  8.85  7.735e+37 0.000338  7992 
diHPCARP_Ib.tttpmtppu 1.167e+44 8.49  8.49  7.576e+37 0.000331  7993 
diHPCARP_Ib.mtppmmmpu 3.107e+43 7.71  7.71  7.549e+37 0.00033   7994 
diHPCARP_Ib.tmmpmmppu 8.805e+43 8.33  8.33  7.545e+37 0.00033   7995 
diHPCARP_Ib.mptpmttpu 1.085e+44 8.46  8.46  7.468e+37 0.000326  7996 
diHPCARP_Ib.tmtpppppu 1.027e+44 8.44  8.44  7.341e+37 0.000321  7997 
diHPCARP_Ib.pmttmtmpu 9.001e+44 9.75  9.75  7.131e+37 0.000312  7998 
diHPCARP_Ib.tmpmppppu 3.167e+43 7.76  7.76  7.082e+37 0.00031   7999 
diHPCARP_Ib.mtpmptppu 3.046e+43 7.74  7.74  7.032e+37 0.000307  8000 
diHPCARP_Ib.ppptptmmu 1.965e+44 8.85  8.85  7.002e+37 0.000306  8001 
diHPCARP_Ib.tttpmtmmu 2.945e+44 9.10  9.10  6.944e+37 0.000304  8002 
diHPCARP_Ib.ppmpptmmu 3.327e+43 7.80  7.80  6.942e+37 0.000303  8003 
diHPCARP_Ib.tmtmmtmmu 4.701e+44 9.38  9.38  6.926e+37 0.000303  8004 
diHPCARP_Ib.pmtpptmpu 2.889e+44 9.11  9.11  6.724e+37 0.000294  8005 
diHPCARP_Ib.mtppptmpu 1.201e+44 8.58  8.58  6.710e+37 0.000293  8006 
diHPCARP_Ib.ptpmpptpu 4.512e+43 8.00  8.00  6.667e+37 0.000291  8007 
diHPCARP_Ib.mtpppttmu 2.573e+44 9.05  9.05  6.596e+37 0.000288  8008 
diHPCARP_Ib.ttmmpmppu 2.060e+44 8.92  8.92  6.596e+37 0.000288  8009 
diHPCARP_Ib.tpttmtmpu 2.654e+44 9.07  9.07  6.583e+37 0.000288  8010 
diHPCARP_Ib.mmttmmpmu 3.614e+44 9.26  9.26  6.464e+37 0.000283  8011 
diHPCARP_Ib.mmttmmppu 7.578e+44 9.70  9.70  6.462e+37 0.000283  8012 
diHPCARP_Ib.mmpmpmtmu 8.590e+43 8.41  8.41  6.403e+37 0.00028   8013 
diHPCARP_Ib.mtppptpmu 1.169e+44 8.60  8.60  6.375e+37 0.000279  8014 
diHPCARP_Ib.tpptmmpmu 1.563e+44 8.77  8.77  6.372e+37 0.000279  8015 
diHPCARP_Ib.tmttmtpmu 5.919e+44 9.57  9.57  6.360e+37 0.000278  8016 
diHPCARP_Ib.pmptpmmpu 2.877e+43 7.77  7.77  6.286e+37 0.000275  8017 
diHPCARP_Ib.tpptmtmpu 2.100e+44 8.96  8.96  6.281e+37 0.000275  8018 
diHPCARP_Ib.ttmmppmmu 5.004e+43 8.10  8.10  6.273e+37 0.000274  8019 
diHPCARP_Ib.mmppmmtmu 1.312e+44 8.68  8.68  6.232e+37 0.000272  8020 
diHPCARP_Ib.tpttmttmu 8.526e+44 9.80  9.80  6.206e+37 0.000271  8021 
diHPCARP_Ib.tpptpttpu 5.096e+44 9.50  9.50  6.149e+37 0.000269  8022 
diHPCARP_Ib.mtmppptpu 6.259e+43 8.25  8.25  6.148e+37 0.000269  8023 
diHPCARP_Ib.tptpptmpu 1.901e+44 8.91  8.91  6.145e+37 0.000269  8024 
diHPCARP_Ib.mmmpmtpmu 1.645e+43 7.46  7.46  6.081e+37 0.000266  8025 
diHPCARP_Ib.mttpptmpu 1.314e+44 8.70  8.70  6.072e+37 0.000265  8026 
diHPCARP_Ib.mtptptpmu 2.150e+43 7.62  7.62  6.060e+37 0.000265  8027 
diHPCARP_Ib.mttmmttpu 2.446e+44 9.07  9.07  6.042e+37 0.000264  8028 
diHPCARP_Ib.tptpmtppu 1.417e+44 8.75  8.75  6.027e+37 0.000263  8029 
diHPCARP_Ib.tptpptppu 2.808e+44 9.17  9.17  5.911e+37 0.000258  8030 
diHPCARP_Ib.pmtpmtmpu 1.015e+44 8.56  8.56  5.883e+37 0.000257  8031 
diHPCARP_Ib.ttmmptmpu 1.220e+44 8.68  8.68  5.811e+37 0.000254  8032 
diHPCARP_Ib.tmmpmtppu 1.569e+43 7.46  7.46  5.754e+37 0.000252  8033 
diHPCARP_Ib.tmttmtmpu 4.745e+44 9.50  9.50  5.744e+37 0.000251  8034 
diHPCARP_Ib.pmttmtmmu 3.876e+44 9.38  9.38  5.732e+37 0.000251  8035 
diHPCARP_Ib.mtmtptmpu 2.340e+44 9.08  9.08  5.731e+37 0.000251  8036 
diHPCARP_Ib.tpttptmmu 3.743e+44 9.36  9.36  5.640e+37 0.000247  8037 
diHPCARP_Ib.mpptptmpu 1.051e+44 8.61  8.61  5.633e+37 0.000246  8038 
diHPCARP_Ib.mmptmtmpu 1.127e+44 8.66  8.66  5.580e+37 0.000244  8039 
diHPCARP_Ib.pptpmtmpu 9.946e+43 8.58  8.58  5.567e+37 0.000243  8040 
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diHPCARP_Ib.mmmtptpmu 3.421e+44 9.33  9.33  5.502e+37 0.000241  8041 
diHPCARP_Ib.ttmpmptmu 4.220e+43 8.08  8.08  5.494e+37 0.00024   8042 
diHPCARP_Ib.ttptmttpu 3.631e+44 9.37  9.37  5.422e+37 0.000237  8043 
diHPCARP_Ib.ttmtpmmmu 1.007e+44 8.61  8.61  5.408e+37 0.000236  8044 
diHPCARP_Ib.ttptmtppu 2.008e+44 9.03  9.03  5.301e+37 0.000232  8045 
diHPCARP_Ib.mtttmpmpu 1.983e+44 9.02  9.02  5.286e+37 0.000231  8046 
diHPCARP_Ib.ptptmptmu 1.494e+44 8.86  8.86  5.251e+37 0.00023   8047 
diHPCARP_Ib.mpmmpmtpu 2.499e+43 7.79  7.79  5.251e+37 0.00023   8048 
diHPCARP_Ib.tpttmtppu 3.443e+44 9.37  9.37  5.143e+37 0.000225  8049 
diHPCARP_Ib.ptpppptmu 1.163e+44 8.72  8.72  5.135e+37 0.000224  8050 
diHPCARP_Ib.tpttpttmu 1.530e+45 10.26 10.26 5.120e+37 0.000224  8051 
diHPCARP_Ib.ttmtmtppu 4.083e+43 8.10  8.10  5.100e+37 0.000223  8052 
diHPCARP_Ib.mmmmpmtmu 1.709e+44 8.96  8.96  5.050e+37 0.000221  8053 
diHPCARP_Ib.ttppptmmu 2.642e+44 9.22  9.22  5.047e+37 0.000221  8054 
diHPCARP_Ib.ttttmtppu 3.057e+44 9.31  9.31  5.031e+37 0.00022   8055 
diHPCARP_Ib.tpptmtpmu 3.985e+44 9.47  9.47  5.022e+37 0.00022   8056 
diHPCARP_Ib.ppmppmppu 1.452e+43 7.50  7.50  5.010e+37 0.000219  8057 
diHPCARP_Ib.tttpptmpu 2.977e+44 9.30  9.30  4.988e+37 0.000218  8058 
diHPCARP_Ib.tpptmtppu 3.905e+44 9.46  9.46  4.984e+37 0.000218  8059 
diHPCARP_Ib.tmmtptmmu 2.528e+44 9.21  9.21  4.957e+37 0.000217  8060 
diHPCARP_Ib.ptpmppppu 4.729e+43 8.22  8.22  4.887e+37 0.000214  8061 
diHPCARP_Ib.pmtpmtppu 1.882e+44 9.04  9.04  4.875e+37 0.000213  8062 
diHPCARP_Ib.mmptppmpu 1.088e+44 8.72  8.72  4.856e+37 0.000212  8063 
diHPCARP_Ib.mptpptmmu 1.697e+44 9.00  9.00  4.746e+37 0.000207  8064 
diHPCARP_Ib.mmppmmmmu 1.574e+44 8.95  8.95  4.743e+37 0.000207  8065 
diHPCARP_Ib.tpptpmpmu 1.448e+44 8.90  8.90  4.741e+37 0.000207  8066 
diHPCARP_Ib.tmptpppmu 2.391e+43 7.83  7.83  4.710e+37 0.000206  8067 
diHPCARP_Ib.tmtpmptpu 8.950e+44 9.99  9.99  4.694e+37 0.000205  8068 
diHPCARP_Ib.mtttptmpu 1.666e+44 9.00  9.00  4.608e+37 0.000201  8069 
diHPCARP_Ib.mmttpmpmu 3.728e+44 9.49  9.49  4.586e+37 0.0002    8070 
diHPCARP_Ib.mtttmtppu 1.555e+44 8.97  8.97  4.580e+37 0.0002    8071 
diHPCARP_Ib.pmpppmtmu 1.510e+44 8.95  8.95  4.571e+37 0.0002    8072 
diHPCARP_Ib.ptmpppppu 3.243e+43 8.04  8.04  4.519e+37 0.000198  8073 
diHPCARP_Ib.mtppmptmu 6.063e+43 8.41  8.41  4.519e+37 0.000198  8074 
diHPCARP_Ib.mmptmpmpu 1.121e+44 8.78  8.78  4.500e+37 0.000197  8075 
diHPCARP_Ib.tmttptppu 3.697e+44 9.49  9.49  4.480e+37 0.000196  8076 
diHPCARP_Ib.tmtpptmpu 2.712e+44 9.31  9.31  4.478e+37 0.000196  8077 
diHPCARP_Ib.pmppppppu 9.869e+43 8.71  8.71  4.445e+37 0.000194  8078 
diHPCARP_Ib.ptpmpmpmu 1.525e+44 8.97  8.97  4.430e+37 0.000194  8079 
diHPCARP_Ib.tmtmppmpu 7.622e+44 9.93  9.93  4.412e+37 0.000193  8080 
diHPCARP_Ib.ptptmmtmu 7.748e+44 9.95  9.95  4.400e+37 0.000192  8081 
diHPCARP_Ib.ppttptmpu 5.910e+44 9.79  9.79  4.378e+37 0.000191  8082 
diHPCARP_Ib.ttmtpttpu 4.345e+44 9.61  9.61  4.352e+37 0.00019   8083 
diHPCARP_Ib.mtptpttmu 3.991e+43 8.19  8.19  4.325e+37 0.000189  8084 
diHPCARP_Ib.tpptptpmu 4.697e+44 9.66  9.66  4.311e+37 0.000188  8085 
diHPCARP_Ib.pppmmmppu 1.291e+43 7.52  7.52  4.288e+37 0.000187  8086 
diHPCARP_Ib.mmmmpmmmu 1.242e+44 8.88  8.88  4.245e+37 0.000186  8087 
diHPCARP_Ib.tmtpmtmmu 2.801e+44 9.37  9.37  4.208e+37 0.000184  8088 
diHPCARP_Ib.mmttmtmpu 3.649e+44 9.53  9.53  4.180e+37 0.000183  8089 
diHPCARP_Ib.tpptptmpu 3.059e+44 9.43  9.43  4.150e+37 0.000181  8090 
diHPCARP_Ib.tpptptppu 6.781e+44 9.91  9.91  4.062e+37 0.000178  8091 
diHPCARP_Ib.ppptmtmpu 3.818e+44 9.58  9.58  4.036e+37 0.000176  8092 
diHPCARP_Ib.pmmmmttpu 1.737e+44 9.11  9.11  3.988e+37 0.000174  8093 
diHPCARP_Ib.mmtmmpmmu 5.037e+44 9.75  9.75  3.981e+37 0.000174  8094 
diHPCARP_Ib.mtpmmmppu 4.781e+43 8.35  8.35  3.963e+37 0.000173  8095 
diHPCARP_Ib.ptpmpmtmu 2.126e+44 9.24  9.24  3.963e+37 0.000173  8096 
diHPCARP_Ib.mtttmtmpu 1.983e+44 9.20  9.20  3.960e+37 0.000173  8097 
diHPCARP_Ib.tpttpmpmu 1.552e+44 9.05  9.05  3.941e+37 0.000172  8098 
diHPCARP_Ib.tttmpppmu 8.065e+43 8.67  8.67  3.878e+37 0.00017   8099 
diHPCARP_Ib.tpttptpmu 3.326e+44 9.52  9.52  3.869e+37 0.000169  8100 
diHPCARP_Ib.ptptmttmu 6.025e+44 9.87  9.87  3.863e+37 0.000169  8101 
diHPCARP_Ib.tppmmmpmu 1.608e+44 9.09  9.09  3.829e+37 0.000167  8102 
diHPCARP_Ib.mtttptppu 1.447e+44 9.03  9.03  3.810e+37 0.000167  8103 
diHPCARP_Ib.mpptmttmu 1.265e+45 10.33 10.33 3.792e+37 0.000166  8104 
diHPCARP_Ib.mmttmpppu 1.814e+44 9.18  9.18  3.748e+37 0.000164  8105 
diHPCARP_Ib.ppttpmppu 1.859e+44 9.20  9.20  3.722e+37 0.000163  8106 
diHPCARP_Ib.tmtpptmmu 7.079e+44 9.99  9.99  3.713e+37 0.000162  8107 
diHPCARP_Ib.ttmmmttmu 2.376e+44 9.35  9.35  3.685e+37 0.000161  8108 
diHPCARP_Ib.mmmtpmpmu 1.832e+44 9.19  9.19  3.679e+37 0.000161  8109 
diHPCARP_Ib.pptppttmu 1.378e+44 9.02  9.02  3.675e+37 0.000161  8110 
diHPCARP_Ib.tpttmttpu 6.475e+44 9.95  9.95  3.672e+37 0.000161  8111 
diHPCARP_Ib.ttmppptmu 6.659e+43 8.60  8.60  3.633e+37 0.000159  8112 
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diHPCARP_Ib.mttmmptpu 1.405e+44 9.05  9.05  3.620e+37 0.000158  8113 
diHPCARP_Ib.tmttptpmu 7.687e+44 10.06 10.06 3.595e+37 0.000157  8114 
diHPCARP_Ib.ttmppptpu 7.495e+43 8.68  8.68  3.556e+37 0.000155  8115 
diHPCARP_Ib.tmmtmttmu 4.837e+44 9.80  9.80  3.529e+37 0.000154  8116 
diHPCARP_Ib.ppttmtmpu 2.128e+44 9.32  9.32  3.444e+37 0.000151  8117 
diHPCARP_Ib.pmppmmtmu 4.253e+43 8.36  8.36  3.432e+37 0.00015   8118 
diHPCARP_Ib.tmtpmpppu 7.632e+43 8.71  8.71  3.431e+37 0.00015   8119 
diHPCARP_Ib.tmmtptpmu 4.057e+44 9.72  9.72  3.393e+37 0.000148  8120 
diHPCARP_Ib.mpptmtmmu 2.053e+44 9.31  9.31  3.364e+37 0.000147  8121 
diHPCARP_Ib.mmpmpmmmu 6.865e+43 8.67  8.67  3.321e+37 0.000145  8122 
diHPCARP_Ib.tmmpmtpmu 1.717e+43 7.85  7.85  3.302e+37 0.000144  8123 
diHPCARP_Ib.tmmppttpu 1.430e+44 9.12  9.12  3.223e+37 0.000141  8124 
diHPCARP_Ib.tmmtmtmpu 2.829e+44 9.53  9.53  3.218e+37 0.000141  8125 
diHPCARP_Ib.tmptpmtmu 2.361e+44 9.43  9.43  3.203e+37 0.00014   8126 
diHPCARP_Ib.tmptpptmu 2.353e+44 9.43  9.43  3.200e+37 0.00014   8127 
diHPCARP_Ib.ptmpppmpu 4.807e+43 8.48  8.48  3.191e+37 0.00014   8128 
diHPCARP_Ib.mtmtmttpu 2.078e+44 9.36  9.36  3.160e+37 0.000138  8129 
diHPCARP_Ib.mmttmtmmu 5.832e+44 9.98  9.98  3.125e+37 0.000137  8130 
diHPCARP_Ib.ttmmptmmu 1.639e+44 9.23  9.23  3.089e+37 0.000135  8131 
diHPCARP_Ib.mmtpptmmu 4.600e+44 9.85  9.85  3.087e+37 0.000135  8132 
diHPCARP_Ib.ptmmmpppu 2.776e+43 8.18  8.18  3.047e+37 0.000133  8133 
diHPCARP_Ib.tttpmtpmu 1.549e+44 9.21  9.21  3.023e+37 0.000132  8134 
diHPCARP_Ib.mpttmtmmu 2.042e+44 9.38  9.38  2.995e+37 0.000131  8135 
diHPCARP_Ib.mmmtpmtmu 3.455e+44 9.70  9.70  2.961e+37 0.000129  8136 
diHPCARP_Ib.tmmppttmu 7.126e+43 8.76  8.76  2.958e+37 0.000129  8137 
diHPCARP_Ib.tpttptppu 6.285e+44 10.08 10.08 2.840e+37 0.000124  8138 
diHPCARP_Ib.ttmmmtmpu 3.502e+44 9.74  9.74  2.815e+37 0.000123  8139 
diHPCARP_Ib.tttpptmmu 3.345e+44 9.71  9.71  2.804e+37 0.000123  8140 
diHPCARP_Ib.pppppmtmu 1.590e+44 9.28  9.28  2.767e+37 0.000121  8141 
diHPCARP_Ib.ttttmtmpu 3.508e+44 9.75  9.75  2.763e+37 0.000121  8142 
diHPCARP_Ib.tppmmttmu 2.492e+44 9.56  9.56  2.713e+37 0.000119  8143 
diHPCARP_Ib.mmptptmpu 1.249e+44 9.15  9.15  2.695e+37 0.000118  8144 
diHPCARP_Ib.pmttptmpu 7.436e+44 10.21 10.21 2.693e+37 0.000118  8145 
diHPCARP_Ib.mttmpptmu 9.390e+43 8.98  8.98  2.680e+37 0.000117  8146 
diHPCARP_Ib.pttpmpmpu 9.543e+43 9.00  9.00  2.660e+37 0.000116  8147 
diHPCARP_Ib.pttpmpppu 7.603e+43 8.86  8.86  2.659e+37 0.000116  8148 
diHPCARP_Ib.mtmpmmtpu 6.766e+43 8.80  8.80  2.621e+37 0.000115  8149 
diHPCARP_Ib.ptptppmpu 4.598e+44 9.95  9.95  2.608e+37 0.000114  8150 
diHPCARP_Ib.ptptppppu 8.488e+43 8.94  8.94  2.587e+37 0.000113  8151 
diHPCARP_Ib.ttptmttmu 4.590e+44 9.96  9.96  2.568e+37 0.000112  8152 
diHPCARP_Ib.ppttptmmu 2.903e+44 9.69  9.69  2.551e+37 0.000112  8153 
diHPCARP_Ib.ppptmmppu 6.719e+43 8.82  8.82  2.542e+37 0.000111  8154 
diHPCARP_Ib.ppmmptppu 1.824e+43 8.04  8.04  2.538e+37 0.000111  8155 
diHPCARP_Ib.mptmmmppu 9.001e+43 8.99  8.99  2.529e+37 0.000111  8156 
diHPCARP_Ib.ptpmppmpu 6.532e+43 8.80  8.80  2.526e+37 0.00011   8157 
diHPCARP_Ib.ttmtptmpu 1.318e+45 10.60 10.60 2.499e+37 0.000109  8158 
diHPCARP_Ib.mmtpmpmmu 3.819e+44 9.86  9.86  2.498e+37 0.000109  8159 
diHPCARP_Ib.mmmpmtmmu 7.580e+43 8.92  8.92  2.425e+37 0.000106  8160 
diHPCARP_Ib.mpptptmmu 3.289e+44 9.79  9.79  2.425e+37 0.000106  8161 
diHPCARP_Ib.ppttmtmmu 1.641e+44 9.38  9.38  2.422e+37 0.000106  8162 
diHPCARP_Ib.tmmpmttpu 5.559e+43 8.74  8.74  2.380e+37 0.000104  8163 
diHPCARP_Ib.mmttmppmu 1.583e+44 9.37  9.37  2.368e+37 0.000104  8164 
diHPCARP_Ib.ttmtmtpmu 9.286e+43 9.06  9.06  2.349e+37 0.000103  8165 
diHPCARP_Ib.ppmmpmmmu 6.330e+43 8.84  8.84  2.295e+37 0.0001    8166 
diHPCARP_Ib.mmttppppu 3.028e+44 9.78  9.78  2.276e+37 9.95e-05  8167 
diHPCARP_Ib.mptpptpmu 4.744e+44 10.05 10.05 2.258e+37 9.87e-05  8168 
diHPCARP_Ib.ttttmtpmu 4.098e+44 9.97  9.97  2.242e+37 9.8e-05   8169 
diHPCARP_Ib.ptpmmmtpu 1.036e+44 9.16  9.16  2.213e+37 9.67e-05  8170 
diHPCARP_Ib.pttpppppu 1.823e+44 9.50  9.50  2.201e+37 9.62e-05  8171 
diHPCARP_Ib.mtppmpmmu 4.402e+43 8.66  8.66  2.179e+37 9.53e-05  8172 
diHPCARP_Ib.pmptmmtmu 3.834e+44 9.96  9.96  2.138e+37 9.35e-05  8173 
diHPCARP_Ib.tmtmmpmpu 3.833e+44 9.96  9.96  2.131e+37 9.32e-05  8174 
diHPCARP_Ib.tpmppttpu 4.755e+43 8.72  8.72  2.129e+37 9.31e-05  8175 
diHPCARP_Ib.tttpmptmu 1.099e+44 9.22  9.22  2.114e+37 9.24e-05  8176 
diHPCARP_Ib.pmppmmmmu 4.751e+43 8.73  8.73  2.085e+37 9.11e-05  8177 
diHPCARP_Ib.tpmpmtppu 3.013e+43 8.47  8.47  2.037e+37 8.9e-05   8178 
diHPCARP_Ib.ttttptppu 2.434e+44 9.72  9.72  2.035e+37 8.9e-05   8179 
diHPCARP_Ib.tmmpptmpu 2.071e+44 9.62  9.62  2.027e+37 8.86e-05  8180 
diHPCARP_Ib.tmttptmpu 3.664e+44 9.97  9.97  2.008e+37 8.78e-05  8181 
diHPCARP_Ib.ppptptmpu 3.876e+44 10.00 10.00 2.007e+37 8.77e-05  8182 
diHPCARP_Ib.tmpmptpmu 5.745e+43 8.87  8.87  2.001e+37 8.75e-05  8183 
diHPCARP_Ib.tmttmtmmu 5.349e+44 10.22 10.22 1.914e+37 8.37e-05  8184 
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diHPCARP_Ib.mmttptmmu 6.242e+44 10.33 10.33 1.869e+37 8.17e-05  8185 
diHPCARP_Ib.mmtpppmmu 5.351e+44 10.24 10.24 1.869e+37 8.17e-05  8186 
diHPCARP_Ib.mptmpmppu 7.675e+43 9.09  9.09  1.818e+37 7.95e-05  8187 
diHPCARP_Ib.tpmtptmpu 1.099e+44 9.31  9.31  1.815e+37 7.93e-05  8188 
diHPCARP_Ib.tmmtptppu 2.064e+44 9.69  9.69  1.810e+37 7.91e-05  8189 
diHPCARP_Ib.ttttptmpu 3.385e+44 9.98  9.98  1.803e+37 7.88e-05  8190 
diHPCARP_Ib.mmpmmtppu 4.601e+43 8.80  8.80  1.797e+37 7.86e-05  8191 
diHPCARP_Ib.mmmtpmmmu 3.344e+44 10.00 10.00 1.746e+37 7.63e-05  8192 
diHPCARP_Ib.pmptpppmu 1.509e+43 8.15  8.15  1.746e+37 7.63e-05  8193 
diHPCARP_Ib.ttttmtmmu 4.114e+44 10.12 10.12 1.732e+37 7.57e-05  8194 
diHPCARP_Ib.mtmpppppu 4.154e+43 8.76  8.76  1.716e+37 7.5e-05   8195 
diHPCARP_Ib.ptttmpppu 1.160e+44 9.38  9.38  1.707e+37 7.46e-05  8196 
diHPCARP_Ib.mpptmttpu 1.584e+44 9.57  9.57  1.701e+37 7.44e-05  8197 
diHPCARP_Ib.ttptmtpmu 2.242e+44 9.78  9.78  1.695e+37 7.41e-05  8198 
diHPCARP_Ib.mptmpmtmu 7.232e+43 9.10  9.10  1.688e+37 7.38e-05  8199 
diHPCARP_Ib.mptpmtpmu 2.295e+44 9.80  9.80  1.665e+37 7.28e-05  8200 
diHPCARP_Ib.mmtmmptmu 7.115e+44 10.48 10.48 1.661e+37 7.26e-05  8201 
diHPCARP_Ib.mtmmmttmu 2.568e+44 9.87  9.87  1.655e+37 7.23e-05  8202 
diHPCARP_Ib.tmppmpppu 4.879e+43 8.89  8.89  1.631e+37 7.13e-05  8203 
diHPCARP_Ib.ttmmmtmmu 7.171e+44 10.49 10.49 1.623e+37 7.1e-05   8204 
diHPCARP_Ib.ttmtpttmu 6.852e+44 10.47 10.47 1.618e+37 7.07e-05  8205 
diHPCARP_Ib.pmpppmtpu 8.452e+43 9.23  9.23  1.590e+37 6.95e-05  8206 
diHPCARP_Ib.ttpmpmpmu 4.846e+43 8.91  8.91  1.572e+37 6.87e-05  8207 
diHPCARP_Ib.ttmmptppu 5.868e+43 9.02  9.02  1.567e+37 6.85e-05  8208 
diHPCARP_Ib.mmttpppmu 1.350e+44 9.54  9.54  1.518e+37 6.64e-05  8209 
diHPCARP_Ib.tmmtmtmmu 4.590e+44 10.27 10.27 1.517e+37 6.63e-05  8210 
diHPCARP_Ib.mppppmppu 5.389e+43 9.00  9.00  1.488e+37 6.5e-05   8211 
diHPCARP_Ib.pmttptmmu 4.717e+44 10.30 10.30 1.486e+37 6.49e-05  8212 
diHPCARP_Ib.pmpppmmpu 1.621e+44 9.66  9.66  1.482e+37 6.48e-05  8213 
diHPCARP_Ib.mtmtmttmu 1.030e+44 9.40  9.40  1.470e+37 6.43e-05  8214 
diHPCARP_Ib.mmmtmmpmu 1.472e+44 9.61  9.61  1.460e+37 6.38e-05  8215 
diHPCARP_Ib.ttttptpmu 5.043e+44 10.36 10.36 1.435e+37 6.27e-05  8216 
diHPCARP_Ib.mpmmptpmu 1.354e+43 8.20  8.20  1.429e+37 6.25e-05  8217 
diHPCARP_Ib.tmmpmttmu 6.535e+43 9.14  9.14  1.427e+37 6.24e-05  8218 
diHPCARP_Ib.mmttptmpu 5.261e+44 10.39 10.39 1.418e+37 6.2e-05   8219 
diHPCARP_Ib.mmmmmmpmu 6.709e+43 9.16  9.16  1.415e+37 6.19e-05  8220 
diHPCARP_Ib.mtmtmtppu 3.551e+43 8.79  8.79  1.399e+37 6.12e-05  8221 
diHPCARP_Ib.ttpmmppmu 4.981e+43 9.00  9.00  1.383e+37 6.04e-05  8222 
diHPCARP_Ib.tmptmptmu 2.928e+44 10.09 10.09 1.306e+37 5.71e-05  8223 
diHPCARP_Ib.ttttptmmu 4.630e+44 10.37 10.37 1.302e+37 5.69e-05  8224 
diHPCARP_Ib.mpttmtpmu 5.792e+44 10.50 10.50 1.297e+37 5.67e-05  8225 
diHPCARP_Ib.pptpptmmu 2.336e+44 9.97  9.97  1.270e+37 5.55e-05  8226 
diHPCARP_Ib.mtpmpttmu 6.665e+43 9.23  9.23  1.259e+37 5.5e-05   8227 
diHPCARP_Ib.tmmpmtmpu 6.034e+43 9.17  9.17  1.259e+37 5.5e-05   8228 
diHPCARP_Ib.ttmmppppu 5.144e+43 9.08  9.08  1.254e+37 5.48e-05  8229 
diHPCARP_Ib.pmttmtpmu 1.990e+44 9.89  9.89  1.240e+37 5.42e-05  8230 
diHPCARP_Ib.tppmmtppu 1.448e+44 9.70  9.70  1.239e+37 5.42e-05  8231 
diHPCARP_Ib.tmpmpptpu 4.865e+43 9.06  9.06  1.228e+37 5.37e-05  8232 
diHPCARP_Ib.tpmmmttpu 1.979e+44 9.90  9.90  1.224e+37 5.35e-05  8233 
diHPCARP_Ib.ttmppttpu 2.471e+44 10.03 10.03 1.214e+37 5.31e-05  8234 
diHPCARP_Ib.tmppptpmu 6.815e+43 9.27  9.27  1.213e+37 5.3e-05   8235 
diHPCARP_Ib.tpmtpttpu 3.652e+44 10.27 10.27 1.207e+37 5.28e-05  8236 
diHPCARP_Ib.mtptmmmpu 2.170e+45 11.33 11.33 1.207e+37 5.28e-05  8237 
diHPCARP_Ib.mtpmmttpu 5.550e+43 9.16  9.16  1.177e+37 5.15e-05  8238 
diHPCARP_Ib.ttpmpptmu 6.170e+43 9.23  9.23  1.165e+37 5.09e-05  8239 
diHPCARP_Ib.mpttptmmu 2.388e+44 10.05 10.05 1.149e+37 5.02e-05  8240 
diHPCARP_Ib.tmttptmmu 6.890e+44 10.69 10.69 1.132e+37 4.95e-05  8241 
diHPCARP_Ib.mtmtppppu 1.677e+44 9.85  9.85  1.111e+37 4.86e-05  8242 
diHPCARP_Ib.mptmmmmmu 7.023e+44 10.71 10.71 1.104e+37 4.83e-05  8243 
diHPCARP_Ib.pmmtpttpu 2.205e+44 10.02 10.02 1.100e+37 4.81e-05  8244 
diHPCARP_Ib.tmmtmpppu 1.888e+43 8.56  8.56  1.089e+37 4.76e-05  8245 
diHPCARP_Ib.mtpmptpmu 3.616e+43 8.95  8.95  1.085e+37 4.74e-05  8246 
diHPCARP_Ib.tmpppttpu 2.432e+44 10.10 10.10 1.072e+37 4.69e-05  8247 
diHPCARP_Ib.mmttmmmpu 9.982e+44 10.96 10.96 1.040e+37 4.55e-05  8248 
diHPCARP_Ib.tppmmtpmu 2.274e+44 10.08 10.08 1.034e+37 4.52e-05  8249 
diHPCARP_Ib.tpmtptmmu 1.301e+44 9.75  9.75  1.032e+37 4.51e-05  8250 
diHPCARP_Ib.mtppppppu 7.080e+43 9.38  9.38  1.031e+37 4.51e-05  8251 
diHPCARP_Ib.mmttmmmmu 8.332e+44 10.86 10.86 1.016e+37 4.44e-05  8252 
diHPCARP_Ib.tpmtpttmu 5.902e+44 10.66 10.66 1.015e+37 4.44e-05  8253 
diHPCARP_Ib.mtttpttpu 3.388e+44 10.33 10.33 1.015e+37 4.44e-05  8254 
diHPCARP_Ib.mtttmptpu 3.339e+44 10.33 10.33 1.004e+37 4.39e-05  8255 
diHPCARP_Ib.tmttmpppu 1.116e+44 9.67  9.67  1.002e+37 4.38e-05  8256 



128 
 

diHPCARP_Ib.mmmppmtmu 1.092e+44 9.68  9.68  9.707e+36 4.24e-05  8257 
diHPCARP_Ib.ttptmtmpu 2.249e+44 10.12 10.12 9.592e+36 4.19e-05  8258 
diHPCARP_Ib.pmpppmmmu 1.558e+44 9.91  9.91  9.470e+36 4.14e-05  8259 
diHPCARP_Ib.mtmmpttmu 5.845e+44 10.71 10.71 9.233e+36 4.04e-05  8260 
diHPCARP_Ib.mmmpptpmu 1.636e+44 9.95  9.95  9.173e+36 4.01e-05  8261 
diHPCARP_Ib.tmmmmmppu 3.984e+44 10.49 10.49 9.136e+36 3.99e-05  8262 
diHPCARP_Ib.mmpmmtmpu 4.628e+43 9.22  9.22  8.911e+36 3.9e-05   8263 
diHPCARP_Ib.mmppptmmu 9.273e+43 9.64  9.64  8.796e+36 3.85e-05  8264 
diHPCARP_Ib.tmpppttmu 1.399e+44 9.90  9.90  8.593e+36 3.76e-05  8265 
diHPCARP_Ib.mmpppttmu 1.460e+44 9.93  9.93  8.545e+36 3.74e-05  8266 
diHPCARP_Ib.ppptmtppu 2.072e+44 10.14 10.14 8.498e+36 3.71e-05  8267 
diHPCARP_Ib.mpptpttpu 1.797e+44 10.06 10.06 8.468e+36 3.7e-05   8268 
diHPCARP_Ib.mmmppttmu 1.795e+44 10.06 10.06 8.444e+36 3.69e-05  8269 
diHPCARP_Ib.tpmtpmmmu 1.088e+44 9.76  9.76  8.428e+36 3.68e-05  8270 
diHPCARP_Ib.tpmmmtmpu 5.643e+43 9.37  9.37  8.401e+36 3.67e-05  8271 
diHPCARP_Ib.tmppptppu 7.985e+43 9.58  9.58  8.321e+36 3.64e-05  8272 
diHPCARP_Ib.tmmtmtppu 2.843e+44 10.35 10.35 8.153e+36 3.56e-05  8273 
diHPCARP_Ib.tpmmmttmu 2.103e+44 10.18 10.18 8.020e+36 3.51e-05  8274 
diHPCARP_Ib.tmpmppmpu 5.205e+43 9.36  9.36  7.863e+36 3.44e-05  8275 
diHPCARP_Ib.mtttmttpu 3.567e+44 10.51 10.51 7.819e+36 3.42e-05  8276 
diHPCARP_Ib.mttmptpmu 2.558e+44 10.32 10.32 7.818e+36 3.42e-05  8277 
diHPCARP_Ib.mpptmtpmu 2.729e+44 10.36 10.36 7.777e+36 3.4e-05   8278 
diHPCARP_Ib.mptmpmmmu 3.782e+44 10.56 10.56 7.715e+36 3.37e-05  8279 
diHPCARP_Ib.tmpmmmpmu 3.065e+43 9.06  9.06  7.665e+36 3.35e-05  8280 
diHPCARP_Ib.ttmpppmpu 1.660e+44 10.07 10.07 7.614e+36 3.33e-05  8281 
diHPCARP_Ib.tmmpptmmu 5.659e+43 9.44  9.44  7.557e+36 3.3e-05   8282 
diHPCARP_Ib.mptmpmmpu 3.578e+44 10.54 10.54 7.547e+36 3.3e-05   8283 
diHPCARP_Ib.mppmmttmu 3.415e+44 10.52 10.52 7.459e+36 3.26e-05  8284 
diHPCARP_Ib.tttpmpmmu 1.776e+44 10.13 10.13 7.456e+36 3.26e-05  8285 
diHPCARP_Ib.mppppmtmu 2.597e+44 10.36 10.36 7.315e+36 3.2e-05   8286 
diHPCARP_Ib.mpttmttmu 9.172e+44 11.12 11.12 7.274e+36 3.18e-05  8287 
diHPCARP_Ib.tmmpmtmmu 7.612e+43 9.64  9.64  7.252e+36 3.17e-05  8288 
diHPCARP_Ib.mpptpttmu 7.591e+43 9.64  9.64  7.238e+36 3.16e-05  8289 
diHPCARP_Ib.ptptmtppu 1.498e+44 10.05 10.05 7.095e+36 3.1e-05   8290 
diHPCARP_Ib.ptttmpmpu 1.997e+44 10.23 10.23 7.068e+36 3.09e-05  8291 
diHPCARP_Ib.mtpppptpu 9.864e+43 9.82  9.82  6.912e+36 3.02e-05  8292 
diHPCARP_Ib.ttmmptpmu 1.147e+44 9.92  9.92  6.834e+36 2.99e-05  8293 
diHPCARP_Ib.pptmptppu 1.427e+44 10.06 10.06 6.681e+36 2.92e-05  8294 
diHPCARP_Ib.ptmpmmtpu 5.400e+43 9.49  9.49  6.644e+36 2.9e-05   8295 
diHPCARP_Ib.ppmpmtppu 8.574e+42 8.40  8.40  6.546e+36 2.86e-05  8296 
diHPCARP_Ib.ppptptppu 4.292e+44 10.74 10.74 6.471e+36 2.83e-05  8297 
diHPCARP_Ib.tmttppppu 1.100e+44 9.93  9.93  6.452e+36 2.82e-05  8298 
diHPCARP_Ib.pptmmmtmu 4.014e+44 10.72 10.72 6.262e+36 2.74e-05  8299 
diHPCARP_Ib.mmppptpmu 1.013e+44 9.90  9.90  6.238e+36 2.73e-05  8300 
diHPCARP_Ib.tmmpptpmu 3.527e+43 9.27  9.27  6.216e+36 2.72e-05  8301 
diHPCARP_Ib.ppmtpmtmu 1.422e+44 10.10 10.10 6.207e+36 2.71e-05  8302 
diHPCARP_Ib.mmmppmtpu 7.585e+43 9.73  9.73  6.179e+36 2.7e-05   8303 
diHPCARP_Ib.ptptmttpu 2.724e+44 10.49 10.49 6.168e+36 2.7e-05   8304 
diHPCARP_Ib.ppmtpmmpu 9.285e+43 9.85  9.85  6.165e+36 2.69e-05  8305 
diHPCARP_Ib.mptmmmmpu 3.400e+44 10.63 10.63 6.141e+36 2.68e-05  8306 
diHPCARP_Ib.mtptmpppu 1.339e+44 10.08 10.08 6.086e+36 2.66e-05  8307 
diHPCARP_Ib.tmpppmtpu 3.815e+44 10.70 10.70 6.083e+36 2.66e-05  8308 
diHPCARP_Ib.mtpmpmppu 7.313e+44 11.09 11.09 6.077e+36 2.66e-05  8309 
diHPCARP_Ib.pmppmmtpu 5.516e+43 9.56  9.56  6.039e+36 2.64e-05  8310 
diHPCARP_Ib.ppttptppu 1.414e+45 11.49 11.49 6.012e+36 2.63e-05  8311 
diHPCARP_Ib.mppppmmmu 3.441e+44 10.65 10.65 5.990e+36 2.62e-05  8312 
diHPCARP_Ib.pptpmmtmu 2.429e+44 10.45 10.45 5.953e+36 2.6e-05   8313 
diHPCARP_Ib.ttmpmppmu 4.528e+43 9.45  9.45  5.930e+36 2.59e-05  8314 
diHPCARP_Ib.ttpmpppmu 5.799e+43 9.60  9.60  5.888e+36 2.57e-05  8315 
diHPCARP_Ib.ttmtptmmu 1.105e+45 11.36 11.36 5.864e+36 2.56e-05  8316 
diHPCARP_Ib.pmmpmtpmu 1.797e+43 8.91  8.91  5.814e+36 2.54e-05  8317 
diHPCARP_Ib.mttmmtpmu 2.062e+44 10.37 10.37 5.770e+36 2.52e-05  8318 
diHPCARP_Ib.ttpppptpu 2.944e+44 10.58 10.58 5.743e+36 2.51e-05  8319 
diHPCARP_Ib.pmmtptmpu 1.973e+44 10.35 10.35 5.736e+36 2.51e-05  8320 
diHPCARP_Ib.tpmpptmpu 1.909e+43 8.96  8.96  5.711e+36 2.5e-05   8321 
diHPCARP_Ib.mtmmpppmu 5.604e+43 9.60  9.60  5.706e+36 2.49e-05  8322 
diHPCARP_Ib.tmtpppmpu 2.666e+44 10.53 10.53 5.694e+36 2.49e-05  8323 
diHPCARP_Ib.tmppptmpu 1.110e+44 10.01 10.01 5.660e+36 2.47e-05  8324 
diHPCARP_Ib.tmppptmmu 9.065e+43 9.89  9.89  5.657e+36 2.47e-05  8325 
diHPCARP_Ib.ttmtpmmpu 4.208e+44 10.81 10.81 5.613e+36 2.45e-05  8326 
diHPCARP_Ib.ppmtmmtmu 1.671e+44 10.27 10.27 5.507e+36 2.41e-05  8327 
diHPCARP_Ib.pptmmmmmu 1.137e+45 11.42 11.42 5.453e+36 2.38e-05  8328 
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diHPCARP_Ib.mpptptpmu 5.048e+43 9.57  9.57  5.350e+36 2.34e-05  8329 
diHPCARP_Ib.mmmpptmmu 2.815e+44 10.60 10.60 5.316e+36 2.32e-05  8330 
diHPCARP_Ib.ppmmpmpmu 3.293e+43 9.33  9.33  5.289e+36 2.31e-05  8331 
diHPCARP_Ib.ttppppppu 1.433e+44 10.21 10.21 5.255e+36 2.3e-05   8332 
diHPCARP_Ib.mmpmpptmu 1.169e+44 10.09 10.09 5.193e+36 2.27e-05  8333 
diHPCARP_Ib.tpmmmtmmu 6.494e+43 9.74  9.74  5.171e+36 2.26e-05  8334 
diHPCARP_Ib.mtptmptpu 1.370e+44 10.19 10.19 5.159e+36 2.26e-05  8335 
diHPCARP_Ib.ttmpppmmu 1.414e+44 10.21 10.21 5.158e+36 2.25e-05  8336 
diHPCARP_Ib.ttmmmpmpu 1.285e+44 10.15 10.15 5.153e+36 2.25e-05  8337 
diHPCARP_Ib.mtptmtmpu 1.653e+44 10.32 10.32 5.045e+36 2.21e-05  8338 
diHPCARP_Ib.mpmmpmmpu 5.454e+43 9.66  9.66  5.045e+36 2.21e-05  8339 
diHPCARP_Ib.tmmtmtpmu 3.797e+44 10.81 10.81 5.033e+36 2.2e-05   8340 
diHPCARP_Ib.pmptptpmu 1.689e+44 10.36 10.36 4.832e+36 2.11e-05  8341 
diHPCARP_Ib.ttttmppmu 2.125e+44 10.51 10.51 4.657e+36 2.04e-05  8342 
diHPCARP_Ib.mtptmtppu 3.364e+44 10.81 10.81 4.484e+36 1.96e-05  8343 
diHPCARP_Ib.pmmpmttmu 1.345e+44 10.27 10.27 4.415e+36 1.93e-05  8344 
diHPCARP_Ib.mptppmppu 5.643e+43 9.77  9.77  4.292e+36 1.88e-05  8345 
diHPCARP_Ib.tmpmmttmu 2.488e+43 9.28  9.28  4.289e+36 1.88e-05  8346 
diHPCARP_Ib.tmtpmpmpu 2.682e+44 10.70 10.70 4.280e+36 1.87e-05  8347 
diHPCARP_Ib.mttpmttmu 2.466e+44 10.66 10.66 4.255e+36 1.86e-05  8348 
diHPCARP_Ib.ttptppmmu 3.306e+44 10.83 10.83 4.231e+36 1.85e-05  8349 
diHPCARP_Ib.ptpmmmppu 5.174e+43 9.74  9.74  4.186e+36 1.83e-05  8350 
diHPCARP_Ib.pmptmmmmu 3.052e+44 10.80 10.80 4.147e+36 1.81e-05  8351 
diHPCARP_Ib.mtmppptmu 7.139e+43 9.94  9.94  4.086e+36 1.79e-05  8352 
diHPCARP_Ib.ttmpppppu 5.086e+43 9.75  9.75  4.034e+36 1.76e-05  8353 
diHPCARP_Ib.mtptmpmpu 1.093e+44 10.20 10.20 4.029e+36 1.76e-05  8354 
diHPCARP_Ib.mmmtpppmu 1.607e+44 10.44 10.44 4.013e+36 1.75e-05  8355 
diHPCARP_Ib.ttmtpptpu 2.433e+44 10.69 10.69 3.945e+36 1.72e-05  8356 
diHPCARP_Ib.ptptpmmpu 7.417e+44 11.36 11.36 3.938e+36 1.72e-05  8357 
diHPCARP_Ib.mmttppmmu 4.728e+44 11.09 11.09 3.925e+36 1.72e-05  8358 
diHPCARP_Ib.ttmppppmu 4.921e+43 9.75  9.75  3.904e+36 1.71e-05  8359 
diHPCARP_Ib.mmmmmppmu 9.061e+43 10.12 10.12 3.853e+36 1.68e-05  8360 
diHPCARP_Ib.ppmmmmmmu 1.955e+43 9.21  9.21  3.818e+36 1.67e-05  8361 
diHPCARP_Ib.mtppppmpu 7.600e+43 10.03 10.03 3.732e+36 1.63e-05  8362 
diHPCARP_Ib.ttptmtmmu 3.221e+44 10.90 10.90 3.718e+36 1.63e-05  8363 
diHPCARP_Ib.tttpmppmu 7.767e+43 10.06 10.06 3.640e+36 1.59e-05  8364 
diHPCARP_Ib.pppmmtppu 3.551e+44 10.97 10.97 3.627e+36 1.59e-05  8365 
diHPCARP_Ib.pmttptpmu 2.789e+44 10.83 10.83 3.594e+36 1.57e-05  8366 
diHPCARP_Ib.mpttptpmu 6.283e+44 11.32 11.32 3.578e+36 1.56e-05  8367 
diHPCARP_Ib.mtptmttmu 2.354e+44 10.74 10.74 3.554e+36 1.55e-05  8368 
diHPCARP_Ib.tmpppmmpu 5.375e+44 11.23 11.23 3.541e+36 1.55e-05  8369 
diHPCARP_Ib.mtmmmmmmu 1.744e+44 10.57 10.57 3.465e+36 1.51e-05  8370 
diHPCARP_Ib.tmmpptppu 8.881e+43 10.17 10.17 3.463e+36 1.51e-05  8371 
diHPCARP_Ib.ptptmtmpu 4.197e+44 11.10 11.10 3.414e+36 1.49e-05  8372 
diHPCARP_Ib.ppmtpmtpu 4.096e+44 11.11 11.11 3.305e+36 1.44e-05  8373 
diHPCARP_Ib.mtmmpptmu 1.278e+44 10.42 10.42 3.305e+36 1.44e-05  8374 
diHPCARP_Ib.mtppmtpmu 2.453e+43 9.44  9.44  3.272e+36 1.43e-05  8375 
diHPCARP_Ib.mtmmmpppu 6.193e+43 9.99  9.99  3.242e+36 1.42e-05  8376 
diHPCARP_Ib.tmttmpmpu 7.025e+44 11.45 11.45 3.221e+36 1.41e-05  8377 
diHPCARP_Ib.tpmmpmmpu 2.105e+43 9.36  9.36  3.201e+36 1.4e-05   8378 
diHPCARP_Ib.ttpmpptpu 5.912e+43 9.99  9.99  3.146e+36 1.38e-05  8379 
diHPCARP_Ib.mpttmttpu 3.477e+44 11.05 11.05 3.094e+36 1.35e-05  8380 
diHPCARP_Ib.mppppmpmu 4.855e+44 11.26 11.26 3.062e+36 1.34e-05  8381 
diHPCARP_Ib.ttmmmppmu 4.114e+43 9.79  9.79  3.031e+36 1.33e-05  8382 
diHPCARP_Ib.mttpmptmu 2.383e+44 10.86 10.86 2.925e+36 1.28e-05  8383 
diHPCARP_Ib.ttpmmmtmu 4.953e+43 9.92  9.92  2.916e+36 1.27e-05  8384 
diHPCARP_Ib.ttmtptppu 2.655e+44 10.93 10.93 2.879e+36 1.26e-05  8385 
diHPCARP_Ib.ptpmmmmpu 9.019e+43 10.30 10.30 2.845e+36 1.24e-05  8386 
diHPCARP_Ib.mmmppmmmu 1.070e+44 10.40 10.40 2.835e+36 1.24e-05  8387 
diHPCARP_Ib.tpmmpmtpu 3.353e+43 9.72  9.72  2.780e+36 1.22e-05  8388 
diHPCARP_Ib.mmptptpmu 4.757e+44 11.32 11.32 2.690e+36 1.18e-05  8389 
diHPCARP_Ib.mtptmtpmu 9.694e+43 10.39 10.39 2.624e+36 1.15e-05  8390 
diHPCARP_Ib.pmmtmttpu 5.986e+43 10.10 10.10 2.615e+36 1.14e-05  8391 
diHPCARP_Ib.mptpmmtpu 6.436e+44 11.52 11.52 2.607e+36 1.14e-05  8392 
diHPCARP_Ib.tmpmmmtmu 5.040e+43 10.01 10.01 2.585e+36 1.13e-05  8393 
diHPCARP_Ib.ttptmmtmu 7.573e+44 11.62 11.62 2.577e+36 1.13e-05  8394 
diHPCARP_Ib.tptmpmtpu 6.249e+43 10.15 10.15 2.518e+36 1.1e-05   8395 
diHPCARP_Ib.tmmmmtppu 7.542e+43 10.27 10.27 2.509e+36 1.1e-05   8396 
diHPCARP_Ib.tmmmmtpmu 1.617e+44 10.73 10.73 2.479e+36 1.08e-05  8397 
diHPCARP_Ib.pppppmmmu 8.059e+43 10.32 10.32 2.432e+36 1.06e-05  8398 
diHPCARP_Ib.pmptmmtpu 2.363e+44 10.97 10.97 2.429e+36 1.06e-05  8399 
diHPCARP_Ib.tmmmmmtpu 1.748e+44 10.79 10.79 2.429e+36 1.06e-05  8400 
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diHPCARP_Ib.tmptptppu 2.566e+44 11.02 11.02 2.395e+36 1.05e-05  8401 
diHPCARP_Ib.mttmmppmu 1.710e+44 10.80 10.80 2.330e+36 1.02e-05  8402 
diHPCARP_Ib.tmptmttpu 5.365e+44 11.48 11.48 2.327e+36 1.02e-05  8403 
diHPCARP_Ib.tttppppmu 1.601e+44 10.76 10.76 2.324e+36 1.02e-05  8404 
diHPCARP_Ib.tpmppttmu 1.652e+44 10.78 10.78 2.305e+36 1.01e-05  8405 
diHPCARP_Ib.tmptppmmu 4.344e+43 9.99  9.99  2.292e+36 1e-05     8406 
diHPCARP_Ib.mtmmpmtmu 1.732e+44 10.82 10.82 2.263e+36 9.89e-06  8407 
diHPCARP_Ib.ttpmppppu 5.993e+43 10.19 10.19 2.249e+36 9.83e-06  8408 
diHPCARP_Ib.mptpmmppu 4.636e+43 10.04 10.04 2.245e+36 9.81e-06  8409 
diHPCARP_Ib.mpmmpmmmu 3.154e+43 9.85  9.85  2.117e+36 9.26e-06  8410 
diHPCARP_Ib.tpmtpmtmu 1.315e+44 10.71 10.71 2.057e+36 8.99e-06  8411 
diHPCARP_Ib.mttpmtpmu 1.122e+44 10.63 10.63 2.030e+36 8.88e-06  8412 
diHPCARP_Ib.mmpmmttmu 5.665e+43 10.22 10.22 2.022e+36 8.84e-06  8413 
diHPCARP_Ib.mpttpmppu 2.794e+44 11.18 11.18 2.018e+36 8.82e-06  8414 
diHPCARP_Ib.mtptptmmu 4.702e+43 10.12 10.12 2.011e+36 8.79e-06  8415 
diHPCARP_Ib.pmmpmttpu 2.293e+43 9.69  9.69  1.997e+36 8.73e-06  8416 
diHPCARP_Ib.mpmmpmppu 1.062e+43 9.25  9.25  1.939e+36 8.48e-06  8417 
diHPCARP_Ib.tmptmttmu 3.220e+44 11.28 11.28 1.938e+36 8.47e-06  8418 
diHPCARP_Ib.mppppmmpu 1.074e+44 10.63 10.63 1.935e+36 8.46e-06  8419 
diHPCARP_Ib.mtmmmtmmu 2.345e+44 11.10 11.10 1.933e+36 8.45e-06  8420 
diHPCARP_Ib.pttpppmpu 1.354e+44 10.78 10.78 1.912e+36 8.36e-06  8421 
diHPCARP_Ib.ptmpmmmpu 1.282e+44 10.75 10.75 1.887e+36 8.25e-06  8422 
diHPCARP_Ib.mtmmptmmu 8.759e+43 10.53 10.53 1.879e+36 8.21e-06  8423 
diHPCARP_Ib.tppppmtpu 2.281e+44 11.10 11.10 1.873e+36 8.19e-06  8424 
diHPCARP_Ib.mptmpmtpu 3.910e+43 10.05 10.05 1.852e+36 8.1e-06   8425 
diHPCARP_Ib.ppptmmtmu 3.376e+44 11.34 11.34 1.843e+36 8.06e-06  8426 
diHPCARP_Ib.mtpmpmtpu 1.538e+44 10.88 10.88 1.822e+36 7.97e-06  8427 
diHPCARP_Ib.pmmtmtmpu 4.843e+43 10.23 10.23 1.721e+36 7.52e-06  8428 
diHPCARP_Ib.mtptmmtpu 3.859e+44 11.48 11.48 1.664e+36 7.27e-06  8429 
diHPCARP_Ib.ppptpmtmu 3.530e+44 11.44 11.44 1.632e+36 7.13e-06  8430 
diHPCARP_Ib.mtmmptpmu 1.312e+44 10.85 10.85 1.629e+36 7.12e-06  8431 
diHPCARP_Ib.pmppmmmpu 1.755e+43 9.66  9.66  1.607e+36 7.03e-06  8432 
diHPCARP_Ib.mtmtmtpmu 5.220e+43 10.31 10.31 1.602e+36 7e-06     8433 
diHPCARP_Ib.tmppmmmpu 4.781e+43 10.27 10.27 1.565e+36 6.84e-06  8434 
diHPCARP_Ib.pmptpttpu 4.202e+43 10.20 10.20 1.558e+36 6.81e-06  8435 
diHPCARP_Ib.mttpmtmmu 3.021e+44 11.38 11.38 1.540e+36 6.73e-06  8436 
diHPCARP_Ib.mttpptpmu 2.215e+44 11.20 11.20 1.526e+36 6.67e-06  8437 
diHPCARP_Ib.tpmmmmmmu 3.166e+43 10.05 10.05 1.506e+36 6.58e-06  8438 
diHPCARP_Ib.tmptmtpmu 1.364e+44 10.93 10.93 1.487e+36 6.5e-06   8439 
diHPCARP_Ib.mtmtpttmu 3.447e+44 11.49 11.49 1.467e+36 6.41e-06  8440 
diHPCARP_Ib.tmptmtppu 2.090e+44 11.19 11.19 1.462e+36 6.39e-06  8441 
diHPCARP_Ib.pmmpmtmmu 9.343e+43 10.72 10.72 1.462e+36 6.39e-06  8442 
diHPCARP_Ib.ttmpmmtmu 3.793e+43 10.18 10.18 1.461e+36 6.39e-06  8443 
diHPCARP_Ib.tmpmmtmmu 2.034e+43 9.81  9.81  1.445e+36 6.32e-06  8444 
diHPCARP_Ib.mpttmmppu 9.775e+43 10.76 10.76 1.411e+36 6.17e-06  8445 
diHPCARP_Ib.ttmtppppu 9.942e+43 10.78 10.78 1.403e+36 6.13e-06  8446 
diHPCARP_Ib.mptppttpu 2.040e+44 11.21 11.21 1.392e+36 6.08e-06  8447 
diHPCARP_Ib.mttmmtmmu 2.955e+44 11.44 11.44 1.374e+36 6.01e-06  8448 
diHPCARP_Ib.tmptmtmpu 2.339e+44 11.30 11.30 1.374e+36 6.01e-06  8449 
diHPCARP_Ib.mtppmtmmu 5.415e+43 10.44 10.44 1.336e+36 5.84e-06  8450 
diHPCARP_Ib.tmppmptpu 6.692e+43 10.57 10.57 1.330e+36 5.82e-06  8451 
diHPCARP_Ib.tpmtptppu 2.489e+44 11.36 11.36 1.318e+36 5.76e-06  8452 
diHPCARP_Ib.tmptpttpu 7.235e+44 12.00 12.00 1.302e+36 5.69e-06  8453 
diHPCARP_Ib.tmpmmtpmu 2.247e+43 9.96  9.96  1.237e+36 5.41e-06  8454 
diHPCARP_Ib.ttttmpmmu 2.096e+44 11.30 11.30 1.234e+36 5.4e-06   8455 
diHPCARP_Ib.ppmtpttpu 2.128e+44 11.31 11.31 1.224e+36 5.35e-06  8456 
diHPCARP_Ib.ttppppmpu 2.678e+44 11.45 11.45 1.212e+36 5.3e-06   8457 
diHPCARP_Ib.mmptmtpmu 2.460e+44 11.41 11.41 1.198e+36 5.24e-06  8458 
diHPCARP_Ib.tmppppmpu 5.035e+44 11.85 11.85 1.181e+36 5.16e-06  8459 
diHPCARP_Ib.mpmtpmtpu 1.377e+44 11.08 11.08 1.178e+36 5.15e-06  8460 
diHPCARP_Ib.mttpmppmu 6.246e+43 10.62 10.62 1.146e+36 5.01e-06  8461 
diHPCARP_Ib.pmptptmpu 3.985e+43 10.36 10.36 1.133e+36 4.95e-06  8462 
diHPCARP_Ib.mmptmtmmu 1.203e+44 11.02 11.02 1.129e+36 4.94e-06  8463 
diHPCARP_Ib.tmpmmmmmu 5.703e+43 10.59 10.59 1.092e+36 4.77e-06  8464 
diHPCARP_Ib.tmptptpmu 1.722e+44 11.27 11.27 1.070e+36 4.68e-06  8465 
diHPCARP_Ib.tmptmtmmu 2.099e+44 11.39 11.39 1.067e+36 4.66e-06  8466 
diHPCARP_Ib.mpttmmmpu 6.334e+44 12.05 12.05 1.062e+36 4.64e-06  8467 
diHPCARP_Ib.mmptmttmu 2.145e+44 11.40 11.40 1.055e+36 4.61e-06  8468 
diHPCARP_Ib.ttptmptpu 2.460e+44 11.49 11.49 1.055e+36 4.61e-06  8469 
diHPCARP_Ib.ttmtptpmu 4.939e+44 11.91 11.91 1.045e+36 4.57e-06  8470 
diHPCARP_Ib.mptpmmmmu 1.906e+44 11.35 11.35 1.033e+36 4.52e-06  8471 
diHPCARP_Ib.mptpmmtmu 2.181e+44 11.44 11.44 1.003e+36 4.38e-06  8472 
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diHPCARP_Ib.tmpppptpu 2.020e+44 11.43 11.43 9.518e+35 4.16e-06  8473 
diHPCARP_Ib.mptppmmpu 1.799e+44 11.38 11.38 9.257e+35 4.05e-06  8474 
diHPCARP_Ib.tmpmmttpu 5.794e+43 10.72 10.72 9.017e+35 3.94e-06  8475 
diHPCARP_Ib.mmpppptmu 3.130e+44 11.73 11.73 8.951e+35 3.91e-06  8476 
diHPCARP_Ib.tmttppmpu 3.146e+44 11.74 11.74 8.860e+35 3.87e-06  8477 
diHPCARP_Ib.tmmmpmtpu 1.387e+44 11.25 11.25 8.858e+35 3.87e-06  8478 
diHPCARP_Ib.ttptmpppu 1.616e+44 11.34 11.34 8.827e+35 3.86e-06  8479 
diHPCARP_Ib.ppmmmmmpu 1.352e+43 9.86  9.86  8.803e+35 3.85e-06  8480 
diHPCARP_Ib.pmptpmtmu 2.897e+44 11.72 11.72 8.457e+35 3.7e-06   8481 
diHPCARP_Ib.tmptpttmu 3.587e+44 11.84 11.84 8.445e+35 3.69e-06  8482 
diHPCARP_Ib.tptmppmpu 2.345e+44 11.59 11.59 8.407e+35 3.68e-06  8483 
diHPCARP_Ib.mttppppmu 2.871e+44 11.72 11.72 8.320e+35 3.64e-06  8484 
diHPCARP_Ib.tpmmmmtmu 5.198e+43 10.71 10.71 8.229e+35 3.6e-06   8485 
diHPCARP_Ib.tpmpptmmu 6.399e+43 10.85 10.85 8.048e+35 3.52e-06  8486 
diHPCARP_Ib.tmptptmpu 6.451e+44 12.23 12.23 7.998e+35 3.5e-06   8487 
diHPCARP_Ib.tpppppmpu 1.668e+44 11.43 11.43 7.890e+35 3.45e-06  8488 
diHPCARP_Ib.mmptppmmu 1.984e+45 12.94 12.94 7.404e+35 3.24e-06  8489 
diHPCARP_Ib.tpmtptpmu 3.046e+44 11.83 11.83 7.396e+35 3.23e-06  8490 
diHPCARP_Ib.pmmpmtmpu 2.346e+43 10.30 10.30 7.392e+35 3.23e-06  8491 
diHPCARP_Ib.ppmtmmmmu 9.897e+43 11.16 11.16 7.390e+35 3.23e-06  8492 
diHPCARP_Ib.tmmmppmpu 6.974e+43 10.95 10.95 7.347e+35 3.21e-06  8493 
diHPCARP_Ib.ppmtptmpu 1.771e+44 11.51 11.51 7.246e+35 3.17e-06  8494 
diHPCARP_Ib.mtmtpptmu 1.590e+44 11.45 11.45 7.230e+35 3.16e-06  8495 
diHPCARP_Ib.mtpmmppmu 4.848e+43 10.76 10.76 7.052e+35 3.08e-06  8496 
diHPCARP_Ib.ppmtpmmmu 1.255e+44 11.33 11.33 7.017e+35 3.07e-06  8497 
diHPCARP_Ib.mmpmmtmmu 3.867e+43 10.64 10.64 6.878e+35 3.01e-06  8498 
diHPCARP_Ib.mtttmtpmu 2.545e+44 11.77 11.77 6.817e+35 2.98e-06  8499 
diHPCARP_Ib.mptpmmmpu 1.046e+44 11.24 11.24 6.761e+35 2.96e-06  8500 
diHPCARP_Ib.tmmmpmmpu 4.051e+43 10.70 10.70 6.523e+35 2.85e-06  8501 
diHPCARP_Ib.mttpmpmmu 1.499e+44 11.49 11.49 6.415e+35 2.8e-06   8502 
diHPCARP_Ib.tmptmmtpu 7.227e+44 12.43 12.43 6.375e+35 2.79e-06  8503 
diHPCARP_Ib.pptmpmmmu 9.999e+43 11.26 11.26 6.254e+35 2.73e-06  8504 
diHPCARP_Ib.tpmmmmpmu 3.146e+43 10.58 10.58 6.192e+35 2.71e-06  8505 
diHPCARP_Ib.ttmppmppu 2.105e+44 11.71 11.71 6.170e+35 2.7e-06   8506 
diHPCARP_Ib.ttmtppmpu 1.228e+44 11.39 11.39 6.145e+35 2.69e-06  8507 
diHPCARP_Ib.mppppmtpu 1.305e+44 11.46 11.46 5.822e+35 2.55e-06  8508 
diHPCARP_Ib.ttmmmpppu 6.531e+43 11.06 11.06 5.725e+35 2.5e-06   8509 
diHPCARP_Ib.mpttmmmmu 3.508e+44 12.07 12.07 5.677e+35 2.48e-06  8510 
diHPCARP_Ib.tmpmmtppu 9.766e+43 11.31 11.31 5.598e+35 2.45e-06  8511 
diHPCARP_Ib.ppmppmtpu 6.792e+43 11.10 11.10 5.568e+35 2.43e-06  8512 
diHPCARP_Ib.mtmpmppmu 5.389e+43 10.97 10.97 5.529e+35 2.42e-06  8513 
diHPCARP_Ib.pptpmpmmu 2.521e+43 10.54 10.54 5.311e+35 2.32e-06  8514 
diHPCARP_Ib.tttpppmmu 1.647e+44 11.66 11.66 5.302e+35 2.32e-06  8515 
diHPCARP_Ib.mmmppmppu 7.951e+43 11.25 11.25 5.072e+35 2.22e-06  8516 
diHPCARP_Ib.mmmmpppmu 3.015e+43 10.67 10.67 5.053e+35 2.21e-06  8517 
diHPCARP_Ib.tmmtpmtpu 6.431e+44 12.53 12.53 4.821e+35 2.11e-06  8518 
diHPCARP_Ib.pmmtmtppu 4.061e+43 10.88 10.88 4.795e+35 2.1e-06   8519 
diHPCARP_Ib.mmmmppppu 3.503e+43 10.80 10.80 4.746e+35 2.07e-06  8520 
diHPCARP_Ib.tmpmmtmpu 6.108e+43 11.13 11.13 4.743e+35 2.07e-06  8521 
diHPCARP_Ib.ttptmpmpu 2.834e+44 12.07 12.07 4.551e+35 1.99e-06  8522 
diHPCARP_Ib.mpmmmmtpu 1.545e+44 11.73 11.73 4.432e+35 1.94e-06  8523 
diHPCARP_Ib.mtttmppmu 2.073e+44 11.92 11.92 4.324e+35 1.89e-06  8524 
diHPCARP_Ib.pmmtptpmu 2.613e+43 10.69 10.69 4.299e+35 1.88e-06  8525 
diHPCARP_Ib.mtmtpppmu 1.074e+44 11.54 11.54 4.192e+35 1.83e-06  8526 
diHPCARP_Ib.ttpmmmpmu 2.815e+43 10.75 10.75 4.177e+35 1.83e-06  8527 
diHPCARP_Ib.pptpmmmmu 8.510e+43 11.42 11.42 4.101e+35 1.79e-06  8528 
diHPCARP_Ib.mtpmmpmmu 8.772e+43 11.44 11.44 4.095e+35 1.79e-06  8529 
diHPCARP_Ib.tpmpptppu 1.924e+44 11.96 11.96 3.701e+35 1.62e-06  8530 
diHPCARP_Ib.tptmmpppu 5.769e+44 12.68 12.68 3.358e+35 1.47e-06  8531 
diHPCARP_Ib.mmpmmtpmu 4.310e+43 11.13 11.13 3.338e+35 1.46e-06  8532 
diHPCARP_Ib.mpptmmppu 5.968e+43 11.33 11.33 3.319e+35 1.45e-06  8533 
diHPCARP_Ib.mtmppppmu 4.344e+43 11.15 11.15 3.298e+35 1.44e-06  8534 
diHPCARP_Ib.ppmpmmppu 5.799e+42 9.96  9.96  3.197e+35 1.4e-06   8535 
diHPCARP_Ib.mtmtptmmu 5.378e+44 12.67 12.67 3.194e+35 1.4e-06   8536 
diHPCARP_Ib.pptpmtppu 1.250e+44 11.80 11.80 3.167e+35 1.38e-06  8537 
diHPCARP_Ib.tpppppppu 1.732e+44 12.00 12.00 3.165e+35 1.38e-06  8538 
diHPCARP_Ib.mpptpmppu 6.664e+43 11.43 11.43 3.146e+35 1.38e-06  8539 
diHPCARP_Ib.mpmtpmmpu 1.677e+44 12.01 12.01 3.008e+35 1.31e-06  8540 
diHPCARP_Ib.mpptpmtmu 7.395e+43 11.52 11.52 2.996e+35 1.31e-06  8541 
diHPCARP_Ib.mtptmmmmu 2.114e+45 13.57 13.57 2.760e+35 1.21e-06  8542 
diHPCARP_Ib.mtttptpmu 2.128e+44 12.20 12.20 2.756e+35 1.2e-06   8543 
diHPCARP_Ib.mpttpmmpu 4.030e+44 12.60 12.60 2.669e+35 1.17e-06  8544 
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diHPCARP_Ib.tmpmmptpu 1.188e+44 11.90 11.90 2.551e+35 1.12e-06  8545 
diHPCARP_Ib.ttptmmmmu 2.807e+44 12.43 12.43 2.476e+35 1.08e-06  8546 
diHPCARP_Ib.ppptmmmmu 1.168e+44 11.91 11.91 2.468e+35 1.08e-06  8547 
diHPCARP_Ib.ttptppppu 2.367e+44 12.33 12.33 2.453e+35 1.07e-06  8548 
diHPCARP_Ib.tmmtppmpu 4.927e+44 12.79 12.79 2.358e+35 1.03e-06  8549 
diHPCARP_Ib.mpmmmmmpu 3.280e+43 11.18 11.18 2.357e+35 1.03e-06  8550 
diHPCARP_Ib.ttmpmmpmu 2.310e+43 10.97 10.97 2.338e+35 1.02e-06  8551 
diHPCARP_Ib.mpttpmmmu 5.394e+44 12.86 12.86 2.296e+35 1e-06     8552 
diHPCARP_Ib.mtpppppmu 7.952e+43 11.72 11.72 2.287e+35 1e-06     8553 
diHPCARP_Ib.tptmppppu 3.049e+44 12.55 12.55 2.214e+35 9.68e-07  8554 
diHPCARP_Ib.mtttpppmu 1.764e+44 12.23 12.23 2.181e+35 9.53e-07  8555 
diHPCARP_Ib.mtmppmtmu 9.357e+43 11.88 11.88 2.085e+35 9.11e-07  8556 
diHPCARP_Ib.ppmppmmmu 3.812e+43 11.35 11.35 2.053e+35 8.98e-07  8557 
diHPCARP_Ib.mpptmmmpu 1.945e+44 12.36 12.36 1.921e+35 8.4e-07   8558 
diHPCARP_Ib.mpptmmmmu 3.176e+44 12.67 12.67 1.886e+35 8.24e-07  8559 
diHPCARP_Ib.tpmmpmppu 2.479e+43 11.16 11.16 1.850e+35 8.09e-07  8560 
diHPCARP_Ib.ppttmmmmu 3.083e+44 12.66 12.66 1.841e+35 8.05e-07  8561 
diHPCARP_Ib.ppptpmmmu 1.352e+44 12.18 12.18 1.806e+35 7.89e-07  8562 
diHPCARP_Ib.mtttmtmmu 3.172e+44 12.69 12.69 1.800e+35 7.87e-07  8563 
diHPCARP_Ib.ppmmmmtpu 3.523e+43 11.38 11.38 1.796e+35 7.85e-07  8564 
diHPCARP_Ib.mpptpmmmu 5.160e+44 12.99 12.99 1.770e+35 7.74e-07  8565 
diHPCARP_Ib.mpptppmmu 1.236e+44 12.14 12.14 1.758e+35 7.69e-07  8566 
diHPCARP_Ib.mtptmppmu 1.875e+44 12.40 12.40 1.734e+35 7.58e-07  8567 
diHPCARP_Ib.tptpmmtpu 1.951e+44 12.43 12.43 1.727e+35 7.55e-07  8568 
diHPCARP_Ib.mpmtptmmu 5.873e+43 11.74 11.74 1.638e+35 7.16e-07  8569 
diHPCARP_Ib.tmmmmpppu 5.189e+43 11.72 11.72 1.513e+35 6.61e-07  8570 
diHPCARP_Ib.tptpmpmpu 1.520e+44 12.37 12.37 1.489e+35 6.51e-07  8571 
diHPCARP_Ib.ttmmmtppu 6.951e+43 11.91 11.91 1.476e+35 6.45e-07  8572 
diHPCARP_Ib.mtttptmmu 3.538e+44 12.93 12.93 1.346e+35 5.88e-07  8573 
diHPCARP_Ib.mtmmmppmu 9.151e+43 12.14 12.14 1.308e+35 5.72e-07  8574 
diHPCARP_Ib.mttpptmmu 1.777e+44 12.55 12.55 1.283e+35 5.61e-07  8575 
diHPCARP_Ib.ttmpptmpu 4.530e+43 11.74 11.74 1.279e+35 5.59e-07  8576 
diHPCARP_Ib.tpmpptpmu 2.204e+44 12.68 12.68 1.277e+35 5.58e-07  8577 
diHPCARP_Ib.tmmtppppu 1.512e+44 12.46 12.46 1.276e+35 5.58e-07  8578 
diHPCARP_Ib.mtmtpmpmu 1.262e+44 12.35 12.35 1.270e+35 5.55e-07  8579 
diHPCARP_Ib.pmptpmmmu 1.112e+44 12.28 12.28 1.268e+35 5.54e-07  8580 
diHPCARP_Ib.tpmtpmpmu 8.735e+43 12.14 12.14 1.260e+35 5.51e-07  8581 
diHPCARP_Ib.tmmmppppu 4.476e+43 11.75 11.75 1.234e+35 5.4e-07   8582 
diHPCARP_Ib.mpmtmttmu 5.566e+43 11.89 11.89 1.211e+35 5.3e-07   8583 
diHPCARP_Ib.pmmpmtppu 3.257e+43 11.62 11.62 1.114e+35 4.87e-07  8584 
diHPCARP_Ib.mpttmmpmu 4.524e+44 13.19 13.19 1.107e+35 4.84e-07  8585 
diHPCARP_Ib.mtpppptmu 2.244e+44 12.79 12.79 1.086e+35 4.75e-07  8586 
diHPCARP_Ib.mtttmpmmu 3.873e+44 13.12 13.12 1.066e+35 4.66e-07  8587 
diHPCARP_Ib.mpptpmmpu 1.423e+44 12.54 12.54 1.050e+35 4.59e-07  8588 
diHPCARP_Ib.mtptmptmu 4.295e+44 13.20 13.20 1.037e+35 4.53e-07  8589 
diHPCARP_Ib.ppmtpmppu 4.119e+44 13.21 13.21 9.801e+34 4.28e-07  8590 
diHPCARP_Ib.ttmppmpmu 2.492e+43 11.57 11.57 9.280e+34 4.06e-07  8591 
diHPCARP_Ib.tpptmmtpu 5.563e+44 13.44 13.44 9.078e+34 3.97e-07  8592 
diHPCARP_Ib.mtttppmmu 3.632e+44 13.20 13.20 8.864e+34 3.87e-07  8593 
diHPCARP_Ib.mpptmmtmu 3.292e+44 13.17 13.17 8.402e+34 3.67e-07  8594 
diHPCARP_Ib.mpptmmpmu 6.471e+44 13.64 13.64 7.478e+34 3.27e-07  8595 
diHPCARP_Ib.mtppppmmu 2.780e+44 13.16 13.16 7.195e+34 3.15e-07  8596 
diHPCARP_Ib.tpttmpmpu 2.301e+44 13.06 13.06 7.086e+34 3.1e-07   8597 
diHPCARP_Ib.mtptpppmu 4.572e+44 13.49 13.49 6.864e+34 3e-07     8598 
diHPCARP_Ib.tptpppmpu 1.616e+44 12.92 12.92 6.286e+34 2.75e-07  8599 
diHPCARP_Ib.mpmtmtpmu 3.427e+43 12.01 12.01 6.067e+34 2.65e-07  8600 
diHPCARP_Ib.tpptmmmpu 3.056e+44 13.33 13.33 5.969e+34 2.61e-07  8601 
diHPCARP_Ib.mpmmmttmu 2.919e+44 13.31 13.31 5.876e+34 2.57e-07  8602 
diHPCARP_Ib.mpmtpttmu 5.131e+44 13.65 13.65 5.800e+34 2.54e-07  8603 
diHPCARP_Ib.tppmmmtpu 6.865e+43 12.46 12.46 5.714e+34 2.5e-07   8604 
diHPCARP_Ib.mpmmmpmpu 1.938e+44 13.09 13.09 5.626e+34 2.46e-07  8605 
diHPCARP_Ib.tmptmptpu 5.824e+44 13.79 13.79 5.234e+34 2.29e-07  8606 
diHPCARP_Ib.mtptmpmmu 3.130e+44 13.42 13.42 5.196e+34 2.27e-07  8607 
diHPCARP_Ib.tpptpmmpu 5.924e+44 13.84 13.84 4.936e+34 2.16e-07  8608 
diHPCARP_Ib.tpmpmptpu 4.130e+43 12.28 12.28 4.661e+34 2.04e-07  8609 
diHPCARP_Ib.mppmmmpmu 7.093e+44 13.99 13.99 4.552e+34 1.99e-07  8610 
diHPCARP_Ib.mpmmmtmmu 2.723e+43 12.15 12.15 3.862e+34 1.69e-07  8611 
diHPCARP_Ib.mpmtmmtpu 1.808e+44 13.29 13.29 3.785e+34 1.65e-07  8612 
diHPCARP_Ib.tpmpmmmpu 3.265e+43 12.37 12.37 3.201e+34 1.4e-07   8613 
diHPCARP_Ib.mpmtmmmpu 1.607e+44 13.33 13.33 3.144e+34 1.37e-07  8614 
diHPCARP_Ib.tmmppptpu 4.418e+43 12.58 12.58 3.010e+34 1.32e-07  8615 
diHPCARP_Ib.tptppmppu 2.875e+44 13.85 13.85 2.326e+34 1.02e-07  8616 
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diHPCARP_Ib.mpptmmtpu 1.871e+44 13.65 13.65 2.129e+34 9.31e-08  8617 
diHPCARP_Ib.tpptpmtpu 3.958e+44 14.13 14.13 2.027e+34 8.86e-08  8618 
diHPCARP_Ib.tpptmpppu 3.561e+44 14.07 14.07 2.013e+34 8.8e-08   8619 
diHPCARP_Ib.mppmmmtmu 5.815e+43 13.02 13.02 1.904e+34 8.32e-08  8620 
diHPCARP_Ib.tpptppmpu 4.496e+44 14.24 14.24 1.903e+34 8.32e-08  8621 
diHPCARP_Ib.mpmmpmpmu 2.101e+43 12.46 12.46 1.747e+34 7.64e-08  8622 
diHPCARP_Ib.tppmmmmpu 6.320e+43 13.20 13.20 1.529e+34 6.68e-08  8623 
diHPCARP_Ib.tpttmpppu 2.883e+44 14.11 14.11 1.523e+34 6.66e-08  8624 
diHPCARP_Ib.tptpmpppu 1.126e+44 13.57 13.57 1.455e+34 6.36e-08  8625 
diHPCARP_Ib.mmpmmmpmu 3.929e+43 12.96 12.96 1.414e+34 6.18e-08  8626 
diHPCARP_Ib.mtmppmpmu 1.189e+44 13.66 13.66 1.341e+34 5.86e-08  8627 
diHPCARP_Ib.mpptpmtpu 1.823e+44 13.97 13.97 1.205e+34 5.27e-08  8628 
diHPCARP_Ib.tmpmmpppu 5.362e+43 13.32 13.32 1.057e+34 4.62e-08  8629 
diHPCARP_Ib.mtmmmtpmu 1.289e+44 13.89 13.89 9.868e+33 4.31e-08  8630 
diHPCARP_Ib.tppmmmppu 5.235e+43 13.47 13.47 8.072e+33 3.53e-08  8631 
diHPCARP_Ib.tpttpmppu 5.836e+44 14.92 14.92 7.872e+33 3.44e-08  8632 
diHPCARP_Ib.mmpmmppmu 3.489e+43 13.32 13.32 6.860e+33 3e-08     8633 
diHPCARP_Ib.tpmppmtpu 4.486e+43 13.60 13.60 5.559e+33 2.43e-08  8634 
diHPCARP_Ib.tpptppppu 3.586e+44 14.88 14.88 5.210e+33 2.28e-08  8635 
diHPCARP_Ib.mpmtptpmu 1.986e+44 14.58 14.58 4.717e+33 2.06e-08  8636 
diHPCARP_Ib.mmpmmmtmu 1.059e+44 14.23 14.23 4.585e+33 2e-08     8637 
diHPCARP_Ib.tpmppmmpu 3.270e+43 13.73 13.73 3.250e+33 1.42e-08  8638 
diHPCARP_Ib.mpmmmmppu 3.464e+43 13.81 13.81 3.011e+33 1.32e-08  8639 
diHPCARP_Ib.tpmpmpppu 1.722e+43 13.50 13.50 2.529e+33 1.11e-08  8640 
diHPCARP_Ib.mpmtmmtmu 6.099e+43 14.38 14.38 2.041e+33 8.92e-09  8641 
diHPCARP_Ib.mmpmmmmmu 8.010e+43 14.56 14.56 1.977e+33 8.64e-09  8642 
diHPCARP_Ib.tpmtpmmpu 1.252e+44 15.01 15.01 1.455e+33 6.36e-09  8643 
diHPCARP_Ib.tpmtpmtpu 1.622e+44 15.33 15.33 1.103e+33 4.82e-09  8644 
diHPCARP_Ib.tpmmmmtpu 9.776e+43 15.05 15.05 1.059e+33 4.63e-09  8645 
diHPCARP_Ib.tmmppmmpu 3.623e+43 14.49 14.49 1.013e+33 4.43e-09  8646 
diHPCARP_Ib.tpmmmmmpu 6.816e+43 14.97 14.97 8.505e+32 3.72e-09  8647 
diHPCARP_Ib.mpmtmmmmu 6.498e+43 14.95 14.95 8.326e+32 3.64e-09  8648 
diHPCARP_Ib.pmmpptppu 3.005e+43 14.81 14.81 4.922e+32 2.15e-09  8649 
diHPCARP_Ib.mpmtpmtmu 5.500e+44 16.84 16.84 2.967e+32 1.3e-09   8650 
diHPCARP_Ib.tpmtppppu 1.500e+44 16.40 16.40 1.705e+32 7.45e-10  8651 
diHPCARP_Ib.mpmtmmpmu 2.599e+43 15.41 15.41 1.556e+32 6.8e-10   8652 
diHPCARP_Ib.tpmppmppu 6.140e+43 15.96 15.96 1.439e+32 6.29e-10  8653 
diHPCARP_Ib.tpmmmmppu 1.179e+44 18.27 18.27 5.766e+30 2.52e-11  8654 
Total                                       2.288e+43 100       8655 
 8656 
 8657 
 8658 
(2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-Ic) 8659 
=============================================================== 8660 
 8661 
Population analysis at 300K. Vibrational scaling: 0.971.  8662 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 8663 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 8664 
%: contribution to the population (with current data set assumed 100%) 8665 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         8666 
--------------------------------------------------------------- 8667 
diHPCARP_Ic.tmtpmpppu 3.289e+43 0.00  0.00  3.289e+43 42.5      8668 
diHPCARP_Ic.pmtpppppu 1.624e+43 0.44  0.44  7.805e+42 10.1      8669 
diHPCARP_Ic.pttpmtppu 1.484e+43 0.63  0.63  5.158e+42 6.67      8670 
diHPCARP_Ic.pmmmpmtmu 1.241e+43 0.58  0.58  4.663e+42 6.03      8671 
diHPCARP_Ic.ptmmmttmu 1.931e+43 0.88  0.88  4.432e+42 5.73      8672 
diHPCARP_Ic.tmmmmmtmu 1.935e+43 0.92  0.92  4.117e+42 5.33      8673 
diHPCARP_Ic.pptpmtppu 1.270e+43 1.20  1.20  1.707e+42 2.21      8674 
diHPCARP_Ic.pppppmpmu 2.653e+43 1.94  1.94  1.026e+42 1.33      8675 
diHPCARP_Ic.pttmmtmmu 7.023e+43 2.70  2.70  7.612e+41 0.985     8676 
diHPCARP_Ic.ptppmtmmu 4.772e+43 2.54  2.54  6.765e+41 0.875     8677 
diHPCARP_Ic.pmmmpmppu 2.132e+43 2.08  2.08  6.556e+41 0.848     8678 
diHPCARP_Ic.pttmmtmpu 4.368e+43 2.55  2.55  6.108e+41 0.79      8679 
diHPCARP_Ic.mttpptppu 1.576e+43 1.98  1.98  5.676e+41 0.734     8680 
diHPCARP_Ic.tpppmmpmu 5.010e+43 2.79  2.79  4.641e+41 0.6       8681 
diHPCARP_Ic.pptppmtmu 5.907e+43 3.02  3.02  3.735e+41 0.483     8682 
diHPCARP_Ic.pptppmppu 2.215e+43 2.44  2.44  3.718e+41 0.481     8683 
diHPCARP_Ic.ptttmtmmu 1.220e+44 3.48  3.48  3.576e+41 0.463     8684 
diHPCARP_Ic.tpppmppmu 3.508e+43 2.77  2.77  3.346e+41 0.433     8685 
diHPCARP_Ic.tptmmppmu 3.937e+43 2.87  2.87  3.185e+41 0.412     8686 
diHPCARP_Ic.ppmmmttmu 3.511e+43 2.85  2.85  2.946e+41 0.381     8687 
diHPCARP_Ic.mtmmpttmu 1.699e+43 2.42  2.42  2.913e+41 0.377     8688 
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diHPCARP_Ic.pmpmmtpmu 4.365e+43 2.99  2.99  2.892e+41 0.374     8689 
diHPCARP_Ic.pppppmmpu 1.542e+43 2.37  2.37  2.891e+41 0.374     8690 
diHPCARP_Ic.ptttmtmpu 8.017e+43 3.36  3.36  2.859e+41 0.37      8691 
diHPCARP_Ic.ppppmpmpu 3.112e+43 2.81  2.81  2.779e+41 0.359     8692 
diHPCARP_Ic.pttpmtmmu 6.218e+43 3.27  3.27  2.580e+41 0.334     8693 
diHPCARP_Ic.mptpptppu 1.102e+43 2.25  2.25  2.542e+41 0.329     8694 
diHPCARP_Ic.tmtmmpppu 3.768e+43 2.99  2.99  2.480e+41 0.321     8695 
diHPCARP_Ic.tmmmmmppu 2.586e+43 2.81  2.81  2.320e+41 0.3       8696 
diHPCARP_Ic.mmtpmpppu 3.436e+43 2.98  2.98  2.313e+41 0.299     8697 
diHPCARP_Ic.ppppmttpu 6.966e+43 3.42  3.42  2.244e+41 0.29      8698 
diHPCARP_Ic.ptmtmtmpu 7.487e+43 3.48  3.48  2.184e+41 0.283     8699 
diHPCARP_Ic.ptmmmtmpu 4.034e+43 3.14  3.14  2.074e+41 0.268     8700 
diHPCARP_Ic.ppptpmpmu 3.613e+43 3.11  3.11  1.975e+41 0.255     8701 
diHPCARP_Ic.pttpmtmpu 4.709e+43 3.29  3.29  1.874e+41 0.242     8702 
diHPCARP_Ic.tmmtmtmpu 7.961e+44 4.98  4.98  1.868e+41 0.242     8703 
diHPCARP_Ic.pmtmppppu 3.748e+43 3.18  3.18  1.814e+41 0.235     8704 
diHPCARP_Ic.pttmmtpmu 3.348e+43 3.12  3.12  1.796e+41 0.232     8705 
diHPCARP_Ic.pttmmtppu 1.146e+44 3.87  3.87  1.729e+41 0.224     8706 
diHPCARP_Ic.pmppmtpmu 1.537e+43 2.75  2.75  1.538e+41 0.199     8707 
diHPCARP_Ic.pptmpmtmu 4.159e+43 3.35  3.35  1.510e+41 0.195     8708 
diHPCARP_Ic.tmttmpppu 2.158e+44 4.34  4.34  1.482e+41 0.192     8709 
diHPCARP_Ic.pptmpmpmu 7.577e+43 3.81  3.81  1.270e+41 0.164     8710 
diHPCARP_Ic.mmtmptpmu 2.124e+43 3.10  3.10  1.168e+41 0.151     8711 
diHPCARP_Ic.ptmmmtppu 2.651e+43 3.24  3.24  1.164e+41 0.151     8712 
diHPCARP_Ic.mmppptpmu 2.177e+43 3.14  3.14  1.132e+41 0.146     8713 
diHPCARP_Ic.tptpmmppu 2.104e+43 3.16  3.16  1.057e+41 0.137     8714 
diHPCARP_Ic.pptmmtppu 3.224e+43 3.41  3.41  1.051e+41 0.136     8715 
diHPCARP_Ic.mmmmmttmu 7.433e+43 3.99  3.99  9.290e+40 0.12      8716 
diHPCARP_Ic.pptmppmpu 7.930e+43 4.03  4.03  9.166e+40 0.119     8717 
diHPCARP_Ic.tmtpppppu 2.898e+43 3.43  3.43  9.138e+40 0.118     8718 
diHPCARP_Ic.pppppptmu 7.709e+43 4.03  4.03  8.955e+40 0.116     8719 
diHPCARP_Ic.ppmmpttpu 5.483e+43 3.84  3.84  8.732e+40 0.113     8720 
diHPCARP_Ic.pptmppmmu 1.133e+44 4.29  4.29  8.464e+40 0.109     8721 
diHPCARP_Ic.mmtmppppu 7.389e+43 4.09  4.09  7.757e+40 0.1       8722 
diHPCARP_Ic.ppptpmmpu 1.698e+43 3.22  3.22  7.669e+40 0.0992    8723 
diHPCARP_Ic.tptpmtppu 3.647e+43 3.68  3.68  7.577e+40 0.098     8724 
diHPCARP_Ic.pmtpptppu 4.275e+43 3.81  3.81  7.129e+40 0.0922    8725 
diHPCARP_Ic.pttpmtpmu 3.026e+43 3.72  3.72  5.860e+40 0.0758    8726 
diHPCARP_Ic.pmmtppppu 4.897e+43 4.02  4.02  5.808e+40 0.0751    8727 
diHPCARP_Ic.pmttppppu 1.297e+44 4.61  4.61  5.721e+40 0.074     8728 
diHPCARP_Ic.ptttmtpmu 4.597e+43 3.99  3.99  5.717e+40 0.074     8729 
diHPCARP_Ic.tpptmmpmu 5.569e+43 4.10  4.10  5.700e+40 0.0737    8730 
diHPCARP_Ic.tpptmppmu 1.036e+44 4.48  4.48  5.639e+40 0.0729    8731 
diHPCARP_Ic.tmmtmpppu 4.154e+43 3.94  3.94  5.563e+40 0.072     8732 
diHPCARP_Ic.pmmtpmtmu 1.214e+44 4.59  4.59  5.526e+40 0.0715    8733 
diHPCARP_Ic.pmtppmtmu 5.167e+43 4.09  4.09  5.443e+40 0.0704    8734 
diHPCARP_Ic.pttmmttmu 1.429e+44 4.72  4.72  5.184e+40 0.0671    8735 
diHPCARP_Ic.tmtpptppu 4.952e+43 4.14  4.14  4.735e+40 0.0613    8736 
diHPCARP_Ic.pmptmtpmu 3.178e+43 3.90  3.90  4.565e+40 0.0591    8737 
diHPCARP_Ic.tmtmmmmmu 1.927e+44 4.99  4.99  4.475e+40 0.0579    8738 
diHPCARP_Ic.ppmmmtmpu 7.115e+42 3.07  3.07  4.135e+40 0.0535    8739 
diHPCARP_Ic.tptmmpmpu 1.085e+44 4.70  4.70  4.113e+40 0.0532    8740 
diHPCARP_Ic.tmtmmmtmu 7.750e+43 4.50  4.50  4.067e+40 0.0526    8741 
diHPCARP_Ic.tmttmmppu 6.601e+43 4.42  4.42  3.993e+40 0.0517    8742 
diHPCARP_Ic.tmmmpttmu 4.315e+43 4.20  4.20  3.766e+40 0.0487    8743 
diHPCARP_Ic.pptmpmmpu 3.145e+43 4.02  4.02  3.733e+40 0.0483    8744 
diHPCARP_Ic.ppptmttpu 6.705e+43 4.47  4.47  3.701e+40 0.0479    8745 
diHPCARP_Ic.pppppptpu 1.019e+44 4.73  4.73  3.630e+40 0.047     8746 
diHPCARP_Ic.pppmmpmpu 3.513e+43 4.13  4.13  3.434e+40 0.0444    8747 
diHPCARP_Ic.tmmmmttmu 9.862e+43 4.75  4.75  3.393e+40 0.0439    8748 
diHPCARP_Ic.tptpmmtmu 8.075e+43 4.64  4.64  3.384e+40 0.0438    8749 
diHPCARP_Ic.mmtmpptmu 4.305e+43 4.27  4.27  3.343e+40 0.0433    8750 
diHPCARP_Ic.pptmpmppu 1.514e+44 5.04  5.04  3.206e+40 0.0415    8751 
diHPCARP_Ic.pmmtpmtpu 1.847e+44 5.16  5.16  3.200e+40 0.0414    8752 
diHPCARP_Ic.pptmmpmpu 4.473e+43 4.32  4.32  3.194e+40 0.0413    8753 
diHPCARP_Ic.ptmmmtmmu 8.249e+43 4.72  4.72  2.984e+40 0.0386    8754 
diHPCARP_Ic.tpppptpmu 1.144e+44 4.92  4.92  2.961e+40 0.0383    8755 
diHPCARP_Ic.pmtmpmtmu 5.136e+43 4.46  4.46  2.904e+40 0.0376    8756 
diHPCARP_Ic.pptpppmmu 4.460e+44 5.75  5.75  2.887e+40 0.0373    8757 
diHPCARP_Ic.ppppmtppu 3.080e+43 4.16  4.16  2.869e+40 0.0371    8758 
diHPCARP_Ic.mmtpmtppu 2.143e+43 3.95  3.95  2.858e+40 0.037     8759 
diHPCARP_Ic.pmtmmttmu 4.522e+43 4.40  4.40  2.840e+40 0.0367    8760 
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diHPCARP_Ic.ptppppmpu 3.604e+43 4.30  4.30  2.648e+40 0.0342    8761 
diHPCARP_Ic.tmttmmtmu 1.347e+44 5.09  5.09  2.638e+40 0.0341    8762 
diHPCARP_Ic.ptppmppmu 1.409e+43 3.75  3.75  2.619e+40 0.0339    8763 
diHPCARP_Ic.pptpmmppu 3.585e+43 4.31  4.31  2.596e+40 0.0336    8764 
diHPCARP_Ic.mmmtmtpmu 1.018e+44 4.93  4.93  2.593e+40 0.0335    8765 
diHPCARP_Ic.pmmppmppu 4.448e+43 4.45  4.45  2.542e+40 0.0329    8766 
diHPCARP_Ic.ppmmmttpu 3.132e+43 4.26  4.26  2.460e+40 0.0318    8767 
diHPCARP_Ic.tptpptppu 3.874e+43 4.39  4.39  2.458e+40 0.0318    8768 
diHPCARP_Ic.tpppmmmpu 2.466e+43 4.13  4.13  2.430e+40 0.0314    8769 
diHPCARP_Ic.ppttpmtmu 5.220e+43 4.58  4.58  2.391e+40 0.0309    8770 
diHPCARP_Ic.ptmtmtmmu 9.860e+43 4.97  4.97  2.350e+40 0.0304    8771 
diHPCARP_Ic.ppmpmttpu 6.367e+43 4.74  4.74  2.229e+40 0.0288    8772 
diHPCARP_Ic.ptttmttmu 1.192e+44 5.12  5.12  2.221e+40 0.0287    8773 
diHPCARP_Ic.pptmpptpu 1.043e+44 5.07  5.07  2.101e+40 0.0272    8774 
diHPCARP_Ic.tpttmppmu 4.676e+43 4.60  4.60  2.084e+40 0.027     8775 
diHPCARP_Ic.pmttpmtmu 8.627e+43 4.98  4.98  2.048e+40 0.0265    8776 
diHPCARP_Ic.pmttmmtmu 8.478e+43 4.98  4.98  2.006e+40 0.026     8777 
diHPCARP_Ic.pmmmpmtpu 5.250e+43 4.69  4.69  1.996e+40 0.0258    8778 
diHPCARP_Ic.pppppttpu 5.602e+43 4.74  4.74  1.986e+40 0.0257    8779 
diHPCARP_Ic.ppppppmpu 4.958e+43 4.66  4.66  1.982e+40 0.0256    8780 
diHPCARP_Ic.mmmmmmtmu 5.451e+43 4.73  4.73  1.944e+40 0.0251    8781 
diHPCARP_Ic.mmptptpmu 3.328e+43 4.45  4.45  1.898e+40 0.0245    8782 
diHPCARP_Ic.pmtmpmmmu 4.385e+43 4.64  4.64  1.835e+40 0.0237    8783 
diHPCARP_Ic.ppmmmpmpu 1.473e+43 4.00  4.00  1.789e+40 0.0231    8784 
diHPCARP_Ic.tmmtmmtmu 1.114e+44 5.21  5.21  1.778e+40 0.023     8785 
diHPCARP_Ic.tptmmmtmu 6.794e+43 4.92  4.92  1.774e+40 0.0229    8786 
diHPCARP_Ic.tmtpmtppu 6.726e+43 4.93  4.93  1.709e+40 0.0221    8787 
diHPCARP_Ic.tptmmmppu 1.061e+44 5.24  5.24  1.619e+40 0.0209    8788 
diHPCARP_Ic.tpppmmtmu 1.318e+44 5.40  5.40  1.540e+40 0.0199    8789 
diHPCARP_Ic.ptmtmtpmu 5.222e+43 4.85  4.85  1.529e+40 0.0198    8790 
diHPCARP_Ic.tmtmptpmu 1.767e+44 5.60  5.60  1.468e+40 0.019     8791 
diHPCARP_Ic.ptptppmpu 1.525e+44 5.52  5.52  1.450e+40 0.0188    8792 
diHPCARP_Ic.tptmmmmmu 1.341e+44 5.45  5.45  1.431e+40 0.0185    8793 
diHPCARP_Ic.mttmptmmu 1.709e+44 5.61  5.61  1.388e+40 0.018     8794 
diHPCARP_Ic.ppttmtppu 3.793e+43 4.73  4.73  1.350e+40 0.0175    8795 
diHPCARP_Ic.ptpmppmpu 2.008e+43 4.36  4.36  1.332e+40 0.0172    8796 
diHPCARP_Ic.tmmtptmpu 6.479e+43 5.07  5.07  1.323e+40 0.0171    8797 
diHPCARP_Ic.mpmmpttmu 2.596e+43 4.52  4.52  1.316e+40 0.017     8798 
diHPCARP_Ic.mmtmpptpu 3.200e+43 4.66  4.66  1.299e+40 0.0168    8799 
diHPCARP_Ic.ptmtppmpu 1.160e+44 5.42  5.42  1.297e+40 0.0168    8800 
diHPCARP_Ic.mmpmptpmu 4.350e+43 4.84  4.84  1.292e+40 0.0167    8801 
diHPCARP_Ic.ppttppmpu 1.317e+44 5.51  5.51  1.280e+40 0.0166    8802 
diHPCARP_Ic.pmtmmtppu 2.983e+43 4.62  4.62  1.277e+40 0.0165    8803 
diHPCARP_Ic.tmtpmmmmu 1.739e+44 5.68  5.68  1.270e+40 0.0164    8804 
diHPCARP_Ic.pmtmmttpu 3.270e+43 4.69  4.69  1.256e+40 0.0162    8805 
diHPCARP_Ic.tmttmmmmu 2.822e+44 5.98  5.98  1.240e+40 0.016     8806 
diHPCARP_Ic.ppmpmtmpu 1.375e+43 4.18  4.18  1.234e+40 0.016     8807 
diHPCARP_Ic.tmmtmmtpu 2.419e+44 5.90  5.90  1.220e+40 0.0158    8808 
diHPCARP_Ic.ptpmmtpmu 1.583e+43 4.29  4.29  1.193e+40 0.0154    8809 
diHPCARP_Ic.tmmtptpmu 8.422e+43 5.30  5.30  1.169e+40 0.0151    8810 
diHPCARP_Ic.tptmmtppu 2.971e+44 6.05  6.05  1.158e+40 0.015     8811 
diHPCARP_Ic.pppmmttpu 5.428e+43 5.04  5.04  1.156e+40 0.015     8812 
diHPCARP_Ic.ptmtmtppu 2.882e+43 4.66  4.66  1.153e+40 0.0149    8813 
diHPCARP_Ic.ppmppttpu 3.213e+43 4.73  4.73  1.152e+40 0.0149    8814 
diHPCARP_Ic.mmmtmtmpu 4.058e+43 4.87  4.87  1.151e+40 0.0149    8815 
diHPCARP_Ic.ppppmtmmu 4.864e+43 4.98  4.98  1.143e+40 0.0148    8816 
diHPCARP_Ic.tmmpmmtmu 3.641e+43 4.81  4.81  1.142e+40 0.0148    8817 
diHPCARP_Ic.tptmmptpu 1.818e+44 5.77  5.77  1.141e+40 0.0148    8818 
diHPCARP_Ic.ptpppmpmu 1.222e+43 4.16  4.16  1.136e+40 0.0147    8819 
diHPCARP_Ic.ppmtmtmpu 3.471e+43 4.78  4.78  1.135e+40 0.0147    8820 
diHPCARP_Ic.ptmtmttmu 4.776e+43 4.98  4.98  1.124e+40 0.0145    8821 
diHPCARP_Ic.ppttppmmu 1.875e+44 5.81  5.81  1.100e+40 0.0142    8822 
diHPCARP_Ic.ppttpmpmu 9.795e+43 5.43  5.43  1.088e+40 0.0141    8823 
diHPCARP_Ic.pptmmtmmu 7.812e+43 5.30  5.30  1.078e+40 0.0139    8824 
diHPCARP_Ic.pppmpptmu 1.154e+44 5.53  5.53  1.074e+40 0.0139    8825 
diHPCARP_Ic.tmmppmpmu 6.666e+43 5.22  5.22  1.048e+40 0.0136    8826 
diHPCARP_Ic.tptpmppmu 3.461e+43 4.83  4.83  1.046e+40 0.0135    8827 
diHPCARP_Ic.tpppmmtpu 1.629e+44 5.77  5.77  1.020e+40 0.0132    8828 
diHPCARP_Ic.tmmpmtpmu 3.193e+43 4.80  4.80  1.018e+40 0.0132    8829 
diHPCARP_Ic.ptptmtpmu 2.700e+43 4.73  4.73  9.616e+39 0.0124    8830 
diHPCARP_Ic.tpptptpmu 1.355e+44 5.70  5.70  9.591e+39 0.0124    8831 
diHPCARP_Ic.ppppmtmpu 4.550e+43 5.05  5.05  9.570e+39 0.0124    8832 



136 
 

diHPCARP_Ic.ppppptpmu 4.331e+43 5.05  5.05  9.133e+39 0.0118    8833 
diHPCARP_Ic.ppptpptmu 1.202e+44 5.68  5.68  8.793e+39 0.0114    8834 
diHPCARP_Ic.mttmptppu 5.463e+43 5.22  5.22  8.653e+39 0.0112    8835 
diHPCARP_Ic.pmmtpmmmu 1.125e+44 5.65  5.65  8.580e+39 0.0111    8836 
diHPCARP_Ic.mpmtptmpu 6.472e+43 5.33  5.33  8.485e+39 0.011     8837 
diHPCARP_Ic.pmmppmtmu 2.058e+43 4.67  4.67  8.177e+39 0.0106    8838 
diHPCARP_Ic.mmppptmpu 3.581e+43 5.00  5.00  8.117e+39 0.0105    8839 
diHPCARP_Ic.tmmpmtmmu 2.567e+43 4.83  4.83  7.767e+39 0.01      8840 
diHPCARP_Ic.ppttmpmpu 8.207e+43 5.55  5.55  7.413e+39 0.00959   8841 
diHPCARP_Ic.ttmmpttmu 3.346e+43 5.02  5.02  7.406e+39 0.00958   8842 
diHPCARP_Ic.pptmpttpu 9.318e+43 5.63  5.63  7.403e+39 0.00958   8843 
diHPCARP_Ic.mptmptpmu 5.672e+43 5.34  5.34  7.358e+39 0.00952   8844 
diHPCARP_Ic.mptmptppu 2.996e+43 4.96  4.96  7.263e+39 0.00939   8845 
diHPCARP_Ic.tmmmmmtpu 6.910e+43 5.48  5.48  7.025e+39 0.00909   8846 
diHPCARP_Ic.ptppmtmpu 6.196e+43 5.42  5.42  6.950e+39 0.00899   8847 
diHPCARP_Ic.pptmmttmu 6.366e+43 5.45  5.45  6.821e+39 0.00882   8848 
diHPCARP_Ic.ppttpmmpu 5.106e+43 5.36  5.36  6.346e+39 0.00821   8849 
diHPCARP_Ic.mmtmptmpu 2.205e+43 4.87  4.87  6.262e+39 0.0081    8850 
diHPCARP_Ic.pmtppttmu 4.251e+44 6.65  6.65  6.123e+39 0.00792   8851 
diHPCARP_Ic.pmmtptpmu 4.820e+43 5.36  5.36  5.968e+39 0.00772   8852 
diHPCARP_Ic.ppptmtppu 3.530e+43 5.18  5.18  5.960e+39 0.00771   8853 
diHPCARP_Ic.pmmmpmmmu 5.730e+43 5.47  5.47  5.958e+39 0.00771   8854 
diHPCARP_Ic.tpptmmmpu 2.976e+43 5.08  5.08  5.893e+39 0.00762   8855 
diHPCARP_Ic.pmttpmmmu 2.508e+44 6.36  6.36  5.881e+39 0.00761   8856 
diHPCARP_Ic.ttppmpmpu 3.397e+43 5.17  5.17  5.798e+39 0.0075    8857 
diHPCARP_Ic.mmtmppmmu 4.068e+43 5.29  5.29  5.722e+39 0.0074    8858 
diHPCARP_Ic.mmpmmptpu 7.173e+43 5.63  5.63  5.711e+39 0.00739   8859 
diHPCARP_Ic.tptmptpmu 2.892e+44 6.47  6.47  5.596e+39 0.00724   8860 
diHPCARP_Ic.ptmtptmpu 1.713e+44 6.18  6.18  5.407e+39 0.00699   8861 
diHPCARP_Ic.ppmmpmtmu 1.279e+43 4.63  4.63  5.396e+39 0.00698   8862 
diHPCARP_Ic.mpmmptmpu 1.442e+43 4.71  4.71  5.375e+39 0.00695   8863 
diHPCARP_Ic.mpppmtpmu 7.923e+43 5.72  5.72  5.370e+39 0.00695   8864 
diHPCARP_Ic.tpptmmtmu 4.821e+44 6.80  6.80  5.364e+39 0.00694   8865 
diHPCARP_Ic.mptmptmmu 5.354e+43 5.49  5.49  5.363e+39 0.00694   8866 
diHPCARP_Ic.ppmmmtppu 1.856e+43 4.87  4.87  5.295e+39 0.00685   8867 
diHPCARP_Ic.mmmmmtmpu 2.709e+43 5.09  5.09  5.263e+39 0.00681   8868 
diHPCARP_Ic.tmmmmtmpu 4.537e+43 5.40  5.40  5.248e+39 0.00679   8869 
diHPCARP_Ic.pptpmmtpu 5.498e+43 5.53  5.53  5.168e+39 0.00668   8870 
diHPCARP_Ic.mpppptpmu 3.372e+43 5.24  5.24  5.108e+39 0.00661   8871 
diHPCARP_Ic.tppppppmu 4.364e+43 5.40  5.40  5.050e+39 0.00653   8872 
diHPCARP_Ic.tpttmpmpu 1.273e+44 6.05  6.05  4.942e+39 0.00639   8873 
diHPCARP_Ic.tmppmpppu 9.693e+43 5.92  5.92  4.745e+39 0.00614   8874 
diHPCARP_Ic.mmppppppu 9.817e+43 5.93  5.93  4.704e+39 0.00608   8875 
diHPCARP_Ic.ttptmpmpu 1.806e+44 6.30  6.30  4.624e+39 0.00598   8876 
diHPCARP_Ic.tmmmptmpu 3.788e+43 5.38  5.38  4.578e+39 0.00592   8877 
diHPCARP_Ic.ppttmttmu 9.263e+43 5.91  5.91  4.556e+39 0.00589   8878 
diHPCARP_Ic.pptpppmpu 6.885e+43 5.74  5.74  4.533e+39 0.00586   8879 
diHPCARP_Ic.pttmptmpu 8.025e+43 5.83  5.83  4.531e+39 0.00586   8880 
diHPCARP_Ic.pmtpmttmu 5.274e+44 6.95  6.95  4.527e+39 0.00586   8881 
diHPCARP_Ic.tptmptppu 2.620e+44 6.54  6.54  4.522e+39 0.00585   8882 
diHPCARP_Ic.tmttptpmu 4.325e+44 6.86  6.86  4.386e+39 0.00567   8883 
diHPCARP_Ic.ptmmmtpmu 1.955e+43 5.01  5.01  4.360e+39 0.00564   8884 
diHPCARP_Ic.ppmppmpmu 1.179e+43 4.71  4.71  4.350e+39 0.00563   8885 
diHPCARP_Ic.ppptppmpu 1.425e+44 6.20  6.20  4.330e+39 0.0056    8886 
diHPCARP_Ic.mmtmmtpmu 2.922e+44 6.64  6.64  4.255e+39 0.0055    8887 
diHPCARP_Ic.mmtmpttpu 1.116e+44 6.07  6.07  4.215e+39 0.00545   8888 
diHPCARP_Ic.tmmmmmmmu 1.619e+44 6.32  6.32  4.044e+39 0.00523   8889 
diHPCARP_Ic.pmtmmtmmu 3.115e+43 5.34  5.34  4.013e+39 0.00519   8890 
diHPCARP_Ic.tttpptppu 3.671e+43 5.44  5.44  4.009e+39 0.00519   8891 
diHPCARP_Ic.mmtpmptmu 4.845e+44 6.98  6.98  3.997e+39 0.00517   8892 
diHPCARP_Ic.ptmmpptmu 1.379e+43 4.86  4.86  3.966e+39 0.00513   8893 
diHPCARP_Ic.tmppptpmu 3.273e+44 6.75  6.75  3.955e+39 0.00512   8894 
diHPCARP_Ic.pmttptppu 1.429e+45 7.64  7.64  3.880e+39 0.00502   8895 
diHPCARP_Ic.pppmptmpu 9.668e+43 6.04  6.04  3.824e+39 0.00495   8896 
diHPCARP_Ic.ppptpttpu 1.386e+44 6.26  6.26  3.798e+39 0.00491   8897 
diHPCARP_Ic.tptmpppmu 8.298e+43 5.97  5.97  3.714e+39 0.0048    8898 
diHPCARP_Ic.pmpmmtmpu 1.209e+43 4.82  4.82  3.708e+39 0.0048    8899 
diHPCARP_Ic.ptttptmpu 1.754e+44 6.42  6.42  3.692e+39 0.00478   8900 
diHPCARP_Ic.tptmmmtpu 1.242e+44 6.23  6.23  3.620e+39 0.00468   8901 
diHPCARP_Ic.tppppttpu 3.388e+44 6.83  6.83  3.583e+39 0.00463   8902 
diHPCARP_Ic.mmtmmmpmu 2.040e+44 6.53  6.53  3.583e+39 0.00463   8903 
diHPCARP_Ic.tpmmmmtmu 1.944e+43 5.13  5.13  3.580e+39 0.00463   8904 
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diHPCARP_Ic.tppppttmu 5.691e+44 7.14  7.14  3.570e+39 0.00462   8905 
diHPCARP_Ic.mtttptppu 1.403e+44 6.31  6.31  3.527e+39 0.00456   8906 
diHPCARP_Ic.ptppmmmpu 9.621e+43 6.11  6.11  3.407e+39 0.00441   8907 
diHPCARP_Ic.mmtmmpppu 1.505e+44 6.38  6.38  3.406e+39 0.00441   8908 
diHPCARP_Ic.tpttmmtmu 1.030e+44 6.16  6.16  3.343e+39 0.00432   8909 
diHPCARP_Ic.ppptmtmpu 4.444e+43 5.66  5.66  3.322e+39 0.0043    8910 
diHPCARP_Ic.mmpppttmu 7.253e+43 5.96  5.96  3.310e+39 0.00428   8911 
diHPCARP_Ic.tmmpmmppu 1.991e+43 5.19  5.19  3.308e+39 0.00428   8912 
diHPCARP_Ic.mptpmtppu 2.496e+43 5.33  5.33  3.262e+39 0.00422   8913 
diHPCARP_Ic.mttmpttmu 8.933e+43 6.10  6.10  3.213e+39 0.00416   8914 
diHPCARP_Ic.tmtmmmtpu 1.007e+44 6.17  6.17  3.206e+39 0.00415   8915 
diHPCARP_Ic.pppppmppu 6.020e+43 5.87  5.87  3.182e+39 0.00412   8916 
diHPCARP_Ic.tpppmttpu 3.255e+44 6.89  6.89  3.106e+39 0.00402   8917 
diHPCARP_Ic.mttpptmmu 8.316e+43 6.08  6.08  3.102e+39 0.00401   8918 
diHPCARP_Ic.tpmpptpmu 4.607e+43 5.73  5.73  3.076e+39 0.00398   8919 
diHPCARP_Ic.tpttmmmmu 2.938e+44 6.84  6.84  3.055e+39 0.00395   8920 
diHPCARP_Ic.ptmmppmpu 2.210e+43 5.30  5.30  3.039e+39 0.00393   8921 
diHPCARP_Ic.tmtmptmpu 5.709e+43 5.88  5.88  2.950e+39 0.00382   8922 
diHPCARP_Ic.tptmmtmmu 2.122e+44 6.68  6.68  2.901e+39 0.00375   8923 
diHPCARP_Ic.mtmmptppu 2.704e+43 5.46  5.46  2.833e+39 0.00367   8924 
diHPCARP_Ic.tmmtmmmmu 1.524e+44 6.50  6.50  2.803e+39 0.00363   8925 
diHPCARP_Ic.tpmmmttmu 4.866e+43 5.82  5.82  2.789e+39 0.00361   8926 
diHPCARP_Ic.ttppmmpmu 1.442e+43 5.10  5.10  2.781e+39 0.0036    8927 
diHPCARP_Ic.tmpmmtpmu 2.013e+43 5.30  5.30  2.775e+39 0.00359   8928 
diHPCARP_Ic.ppttmtmmu 1.240e+44 6.39  6.39  2.757e+39 0.00357   8929 
diHPCARP_Ic.pmppmttmu 4.880e+43 5.85  5.85  2.691e+39 0.00348   8930 
diHPCARP_Ic.mpmmpmtpu 1.439e+43 5.12  5.12  2.664e+39 0.00345   8931 
diHPCARP_Ic.ptpmpmpmu 1.740e+43 5.24  5.24  2.663e+39 0.00344   8932 
diHPCARP_Ic.mtttptmmu 1.290e+44 6.44  6.44  2.636e+39 0.00341   8933 
diHPCARP_Ic.ppptmtmmu 5.723e+43 5.95  5.95  2.629e+39 0.0034    8934 
diHPCARP_Ic.pptmmtmpu 6.952e+43 6.07  6.07  2.613e+39 0.00338   8935 
diHPCARP_Ic.tttmmtmpu 9.275e+43 6.25  6.25  2.597e+39 0.00336   8936 
diHPCARP_Ic.ttpmmpmpu 2.159e+43 5.38  5.38  2.593e+39 0.00335   8937 
diHPCARP_Ic.mpttptmmu 1.263e+44 6.44  6.44  2.572e+39 0.00333   8938 
diHPCARP_Ic.ptmmptmpu 7.404e+43 6.14  6.14  2.506e+39 0.00324   8939 
diHPCARP_Ic.pttmppmpu 4.200e+43 5.81  5.81  2.470e+39 0.00319   8940 
diHPCARP_Ic.mpppptmpu 2.752e+43 5.59  5.59  2.336e+39 0.00302   8941 
diHPCARP_Ic.tmppmtpmu 1.143e+44 6.44  6.44  2.334e+39 0.00302   8942 
diHPCARP_Ic.ptppmtpmu 1.937e+43 5.39  5.39  2.292e+39 0.00297   8943 
diHPCARP_Ic.tpttmmppu 1.759e+44 6.72  6.72  2.237e+39 0.00289   8944 
diHPCARP_Ic.tttmptmpu 7.871e+43 6.24  6.24  2.231e+39 0.00289   8945 
diHPCARP_Ic.tmmtmttmu 2.314e+45 8.26  8.26  2.230e+39 0.00288   8946 
diHPCARP_Ic.mpmtptpmu 2.271e+43 5.50  5.50  2.226e+39 0.00288   8947 
diHPCARP_Ic.mmpppppmu 5.861e+43 6.07  6.07  2.209e+39 0.00286   8948 
diHPCARP_Ic.ptmtpptpu 1.560e+44 6.67  6.67  2.155e+39 0.00279   8949 
diHPCARP_Ic.tptmmttmu 1.807e+44 6.77  6.77  2.117e+39 0.00274   8950 
diHPCARP_Ic.mmmmmmppu 6.147e+43 6.13  6.13  2.114e+39 0.00273   8951 
diHPCARP_Ic.pptppmpmu 8.819e+43 6.35  6.35  2.090e+39 0.0027    8952 
diHPCARP_Ic.mpppptppu 5.070e+43 6.02  6.02  2.084e+39 0.0027    8953 
diHPCARP_Ic.tmtmppppu 8.316e+43 6.32  6.32  2.058e+39 0.00266   8954 
diHPCARP_Ic.tppmmmtmu 1.422e+44 6.66  6.66  2.014e+39 0.00261   8955 
diHPCARP_Ic.tpppmttmu 4.782e+44 7.38  7.38  2.006e+39 0.0026    8956 
diHPCARP_Ic.ppttpmppu 1.543e+44 6.71  6.71  2.002e+39 0.00259   8957 
diHPCARP_Ic.ppptptpmu 3.036e+43 5.74  5.74  1.991e+39 0.00258   8958 
diHPCARP_Ic.tpmmpttmu 6.923e+43 6.24  6.24  1.959e+39 0.00253   8959 
diHPCARP_Ic.mtttpttmu 1.183e+44 6.56  6.56  1.953e+39 0.00253   8960 
diHPCARP_Ic.tmmpptpmu 2.940e+43 5.74  5.74  1.927e+39 0.00249   8961 
diHPCARP_Ic.mmptptmpu 3.160e+43 5.79  5.79  1.913e+39 0.00248   8962 
diHPCARP_Ic.mptmmtpmu 1.775e+44 6.82  6.82  1.908e+39 0.00247   8963 
diHPCARP_Ic.mptmptmpu 3.425e+43 5.86  5.86  1.843e+39 0.00238   8964 
diHPCARP_Ic.tptpmpmpu 8.173e+43 6.39  6.39  1.822e+39 0.00236   8965 
diHPCARP_Ic.pmtmptmmu 4.096e+44 7.36  7.36  1.791e+39 0.00232   8966 
diHPCARP_Ic.tmpppmppu 1.483e+44 6.75  6.75  1.782e+39 0.00231   8967 
diHPCARP_Ic.pptppmmpu 2.888e+43 5.79  5.79  1.744e+39 0.00226   8968 
diHPCARP_Ic.pptpmtmmu 8.144e+43 6.41  6.41  1.744e+39 0.00226   8969 
diHPCARP_Ic.pmtmptpmu 6.728e+43 6.30  6.30  1.744e+39 0.00226   8970 
diHPCARP_Ic.ttmtmpmpu 1.142e+44 6.61  6.61  1.743e+39 0.00225   8971 
diHPCARP_Ic.mpppptmmu 3.413e+43 5.91  5.91  1.677e+39 0.00217   8972 
diHPCARP_Ic.tptmptmmu 1.932e+44 6.96  6.96  1.645e+39 0.00213   8973 
diHPCARP_Ic.pmppmtmpu 1.377e+43 5.39  5.39  1.625e+39 0.0021    8974 
diHPCARP_Ic.tpttmmmpu 1.362e+44 6.76  6.76  1.608e+39 0.00208   8975 
diHPCARP_Ic.tpttptppu 7.356e+44 7.77  7.77  1.600e+39 0.00207   8976 
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diHPCARP_Ic.pttpptmpu 9.915e+43 6.60  6.60  1.540e+39 0.00199   8977 
diHPCARP_Ic.pptmmmppu 1.191e+44 6.71  6.71  1.535e+39 0.00199   8978 
diHPCARP_Ic.ppmppmmpu 9.417e+42 5.20  5.20  1.524e+39 0.00197   8979 
diHPCARP_Ic.mmmpmtmpu 1.351e+43 5.42  5.42  1.510e+39 0.00195   8980 
diHPCARP_Ic.ppmpmtpmu 6.264e+43 6.34  6.34  1.506e+39 0.00195   8981 
diHPCARP_Ic.tpttmtppu 3.504e+44 7.38  7.38  1.473e+39 0.00191   8982 
diHPCARP_Ic.tmmpmtmpu 2.291e+43 5.78  5.78  1.410e+39 0.00182   8983 
diHPCARP_Ic.mpptptpmu 3.457e+43 6.03  6.03  1.403e+39 0.00182   8984 
diHPCARP_Ic.mtmtptppu 2.245e+44 7.15  7.15  1.395e+39 0.0018    8985 
diHPCARP_Ic.mptpptmmu 6.731e+43 6.43  6.43  1.382e+39 0.00179   8986 
diHPCARP_Ic.mmpppttpu 1.414e+44 6.88  6.88  1.377e+39 0.00178   8987 
diHPCARP_Ic.ptpppptpu 9.007e+43 6.61  6.61  1.374e+39 0.00178   8988 
diHPCARP_Ic.tmttmmtpu 1.787e+44 7.03  7.03  1.348e+39 0.00174   8989 
diHPCARP_Ic.mmttmtpmu 5.243e+44 7.69  7.69  1.321e+39 0.00171   8990 
diHPCARP_Ic.pppppttmu 4.316e+44 7.57  7.57  1.309e+39 0.00169   8991 
diHPCARP_Ic.mpttptppu 4.114e+43 6.18  6.18  1.305e+39 0.00169   8992 
diHPCARP_Ic.tpppptppu 1.882e+44 7.08  7.08  1.298e+39 0.00168   8993 
diHPCARP_Ic.mttmptpmu 3.796e+43 6.13  6.13  1.296e+39 0.00168   8994 
diHPCARP_Ic.mpttptpmu 7.660e+43 6.56  6.56  1.284e+39 0.00166   8995 
diHPCARP_Ic.ptmtpptmu 2.588e+44 7.29  7.29  1.272e+39 0.00165   8996 
diHPCARP_Ic.tptmmttpu 2.774e+44 7.33  7.33  1.264e+39 0.00164   8997 
diHPCARP_Ic.tpppmmmmu 8.887e+43 6.66  6.66  1.254e+39 0.00162   8998 
diHPCARP_Ic.mmtpmttmu 1.916e+44 7.12  7.12  1.250e+39 0.00162   8999 
diHPCARP_Ic.ppmpptpmu 6.975e+43 6.52  6.52  1.245e+39 0.00161   9000 
diHPCARP_Ic.mmpmptmpu 3.134e+43 6.05  6.05  1.229e+39 0.00159   9001 
diHPCARP_Ic.ppttmttpu 1.750e+44 7.08  7.08  1.214e+39 0.00157   9002 
diHPCARP_Ic.tmmmptppu 5.170e+43 6.36  6.36  1.209e+39 0.00156   9003 
diHPCARP_Ic.mpptmtpmu 6.216e+43 6.48  6.48  1.191e+39 0.00154   9004 
diHPCARP_Ic.mmttmpppu 2.456e+44 7.30  7.30  1.180e+39 0.00153   9005 
diHPCARP_Ic.tmtmmtmpu 7.499e+43 6.59  6.59  1.177e+39 0.00152   9006 
diHPCARP_Ic.tmtpptpmu 1.289e+44 6.92  6.92  1.177e+39 0.00152   9007 
diHPCARP_Ic.tmptptpmu 5.123e+44 7.74  7.74  1.168e+39 0.00151   9008 
diHPCARP_Ic.tmtmptppu 1.060e+44 6.81  6.81  1.161e+39 0.0015    9009 
diHPCARP_Ic.pmppmttpu 4.810e+43 6.34  6.34  1.160e+39 0.0015    9010 
diHPCARP_Ic.mptmpppmu 2.032e+43 5.83  5.83  1.154e+39 0.00149   9011 
diHPCARP_Ic.tmtppptmu 3.405e+44 7.52  7.52  1.123e+39 0.00145   9012 
diHPCARP_Ic.mmmtmttmu 4.198e+44 7.65  7.65  1.123e+39 0.00145   9013 
diHPCARP_Ic.tpmpmmpmu 2.305e+43 5.92  5.92  1.114e+39 0.00144   9014 
diHPCARP_Ic.mppppttpu 7.969e+43 6.67  6.67  1.105e+39 0.00143   9015 
diHPCARP_Ic.pptmpttmu 1.345e+44 6.98  6.98  1.099e+39 0.00142   9016 
diHPCARP_Ic.mmpppptmu 1.359e+44 6.99  6.99  1.098e+39 0.00142   9017 
diHPCARP_Ic.ppttpttpu 1.416e+44 7.02  7.02  1.094e+39 0.00142   9018 
diHPCARP_Ic.tpppmtppu 2.242e+44 7.31  7.31  1.053e+39 0.00136   9019 
diHPCARP_Ic.pmptmttmu 1.377e+44 7.02  7.02  1.053e+39 0.00136   9020 
diHPCARP_Ic.tptmpttmu 1.598e+44 7.12  7.12  1.040e+39 0.00135   9021 
diHPCARP_Ic.ppttmtmpu 1.197e+44 6.95  6.95  1.027e+39 0.00133   9022 
diHPCARP_Ic.tmppmptpu 1.087e+44 6.90  6.90  1.026e+39 0.00133   9023 
diHPCARP_Ic.ptpmmpmpu 1.770e+43 5.82  5.82  1.022e+39 0.00132   9024 
diHPCARP_Ic.mmttppppu 3.467e+44 7.61  7.61  9.990e+38 0.00129   9025 
diHPCARP_Ic.pptpptppu 3.016e+43 6.16  6.16  9.850e+38 0.00127   9026 
diHPCARP_Ic.tmppmpmmu 3.770e+44 7.67  7.67  9.798e+38 0.00127   9027 
diHPCARP_Ic.tmtmpttmu 3.377e+44 7.60  7.60  9.763e+38 0.00126   9028 
diHPCARP_Ic.mpptptmpu 3.203e+43 6.20  6.20  9.735e+38 0.00126   9029 
diHPCARP_Ic.pmtmpttmu 1.077e+44 6.92  6.92  9.729e+38 0.00126   9030 
diHPCARP_Ic.ppmtmtpmu 1.085e+44 6.93  6.93  9.689e+38 0.00125   9031 
diHPCARP_Ic.tttmmmmpu 4.947e+43 6.48  6.48  9.366e+38 0.00121   9032 
diHPCARP_Ic.pmmppmtpu 3.661e+43 6.31  6.31  9.298e+38 0.0012    9033 
diHPCARP_Ic.pmmpptpmu 7.781e+42 5.39  5.39  9.208e+38 0.00119   9034 
diHPCARP_Ic.ppmmmmmpu 6.077e+42 5.25  5.25  9.138e+38 0.00118   9035 
diHPCARP_Ic.ttttptmpu 1.682e+44 7.23  7.23  9.136e+38 0.00118   9036 
diHPCARP_Ic.ppttpptpu 1.734e+44 7.25  7.25  9.111e+38 0.00118   9037 
diHPCARP_Ic.tppmpttpu 4.101e+44 7.76  7.76  9.044e+38 0.00117   9038 
diHPCARP_Ic.mmpppptpu 8.406e+43 6.82  6.82  9.027e+38 0.00117   9039 
diHPCARP_Ic.pttmptpmu 6.355e+43 6.66  6.66  8.993e+38 0.00116   9040 
diHPCARP_Ic.ppmtmtppu 2.672e+43 6.14  6.14  8.927e+38 0.00115   9041 
diHPCARP_Ic.ptttppmpu 6.449e+43 6.70  6.70  8.494e+38 0.0011    9042 
diHPCARP_Ic.tmppmptmu 1.606e+44 7.25  7.25  8.472e+38 0.0011    9043 
diHPCARP_Ic.mmtmmtmpu 5.364e+43 6.60  6.60  8.411e+38 0.00109   9044 
diHPCARP_Ic.ppmmmtmmu 1.360e+43 5.78  5.78  8.387e+38 0.00108   9045 
diHPCARP_Ic.tppmpppmu 4.877e+43 6.55  6.55  8.270e+38 0.00107   9046 
diHPCARP_Ic.ttmmmptmu 2.139e+43 6.06  6.06  8.263e+38 0.00107   9047 
diHPCARP_Ic.tpptpppmu 1.366e+44 7.17  7.17  8.166e+38 0.00106   9048 
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diHPCARP_Ic.pptmmtpmu 5.094e+43 6.59  6.59  8.058e+38 0.00104   9049 
diHPCARP_Ic.pppppmmmu 7.410e+43 6.82  6.82  7.913e+38 0.00102   9050 
diHPCARP_Ic.tmttptmpu 1.050e+44 7.05  7.05  7.676e+38 0.000993  9051 
diHPCARP_Ic.mpttptmpu 5.710e+43 6.69  6.69  7.656e+38 0.00099   9052 
diHPCARP_Ic.mtmtpttmu 4.647e+43 6.57  6.57  7.654e+38 0.00099   9053 
diHPCARP_Ic.ptmmpttpu 4.902e+44 7.98  7.98  7.583e+38 0.000981  9054 
diHPCARP_Ic.ptmmpptpu 4.674e+43 6.58  6.58  7.543e+38 0.000976  9055 
diHPCARP_Ic.tmpmptpmu 1.822e+43 6.02  6.02  7.475e+38 0.000967  9056 
diHPCARP_Ic.tpttptpmu 4.478e+44 7.94  7.94  7.339e+38 0.000949  9057 
diHPCARP_Ic.ttttmtmpu 1.597e+44 7.34  7.34  7.192e+38 0.00093   9058 
diHPCARP_Ic.pttmmttpu 9.329e+43 7.02  7.02  7.123e+38 0.000921  9059 
diHPCARP_Ic.tpttmttmu 2.701e+44 7.66  7.66  7.044e+38 0.000911  9060 
diHPCARP_Ic.mptmpttpu 8.413e+43 6.99  6.99  6.859e+38 0.000887  9061 
diHPCARP_Ic.tpptmttpu 4.390e+44 7.98  7.98  6.719e+38 0.000869  9062 
diHPCARP_Ic.mmtmmtppu 6.088e+43 6.81  6.81  6.682e+38 0.000864  9063 
diHPCARP_Ic.tmppptmpu 5.786e+43 6.78  6.78  6.670e+38 0.000863  9064 
diHPCARP_Ic.tpmpmttpu 8.092e+44 8.35  8.35  6.631e+38 0.000858  9065 
diHPCARP_Ic.tmmpmmtpu 9.790e+43 7.10  7.10  6.597e+38 0.000853  9066 
diHPCARP_Ic.mmppmtpmu 8.991e+43 7.05  7.05  6.546e+38 0.000847  9067 
diHPCARP_Ic.pmttptmmu 9.228e+44 8.45  8.45  6.482e+38 0.000839  9068 
diHPCARP_Ic.mmpmmtpmu 1.969e+43 6.15  6.15  6.480e+38 0.000838  9069 
diHPCARP_Ic.tppmpttmu 4.306e+44 8.00  8.00  6.438e+38 0.000833  9070 
diHPCARP_Ic.pmppppppu 9.369e+43 7.09  7.09  6.373e+38 0.000824  9071 
diHPCARP_Ic.mpppmtmpu 4.412e+43 6.65  6.65  6.360e+38 0.000823  9072 
diHPCARP_Ic.tpppptmpu 4.661e+43 6.68  6.68  6.346e+38 0.000821  9073 
diHPCARP_Ic.mmptpttmu 3.845e+44 7.95  7.95  6.236e+38 0.000807  9074 
diHPCARP_Ic.tmmpptmpu 1.443e+43 6.00  6.00  6.159e+38 0.000797  9075 
diHPCARP_Ic.tptmpttpu 2.153e+44 7.61  7.61  6.129e+38 0.000793  9076 
diHPCARP_Ic.ptptpptpu 1.049e+44 7.19  7.19  6.048e+38 0.000782  9077 
diHPCARP_Ic.ttmmmpmpu 2.762e+43 6.40  6.40  6.020e+38 0.000779  9078 
diHPCARP_Ic.ppppptmpu 3.795e+43 6.60  6.60  5.886e+38 0.000761  9079 
diHPCARP_Ic.mptpptpmu 4.143e+43 6.66  6.66  5.868e+38 0.000759  9080 
diHPCARP_Ic.ptppmpmpu 2.061e+43 6.24  6.24  5.866e+38 0.000759  9081 
diHPCARP_Ic.tmmmpptmu 4.215e+43 6.67  6.67  5.796e+38 0.00075   9082 
diHPCARP_Ic.pmmppmmmu 6.782e+43 6.96  6.96  5.788e+38 0.000749  9083 
diHPCARP_Ic.mpptptppu 6.712e+43 6.96  6.96  5.744e+38 0.000743  9084 
diHPCARP_Ic.ppppmmmpu 1.907e+43 6.21  6.21  5.733e+38 0.000742  9085 
diHPCARP_Ic.ppmtmtmmu 1.361e+44 7.38  7.38  5.721e+38 0.00074   9086 
diHPCARP_Ic.mmmmmpppu 3.358e+43 6.55  6.55  5.687e+38 0.000736  9087 
diHPCARP_Ic.tmttpmppu 3.060e+44 7.88  7.88  5.596e+38 0.000724  9088 
diHPCARP_Ic.ppmpmtmmu 3.111e+43 6.52  6.52  5.549e+38 0.000718  9089 
diHPCARP_Ic.mmptppppu 9.374e+43 7.18  7.18  5.491e+38 0.00071   9090 
diHPCARP_Ic.mmppmtppu 1.503e+44 7.47  7.47  5.475e+38 0.000708  9091 
diHPCARP_Ic.ttpmmmpmu 2.508e+43 6.40  6.40  5.417e+38 0.000701  9092 
diHPCARP_Ic.mptpptmpu 3.242e+43 6.56  6.56  5.370e+38 0.000695  9093 
diHPCARP_Ic.pttmpmpmu 2.718e+43 6.47  6.47  5.273e+38 0.000682  9094 
diHPCARP_Ic.tmtmmtppu 1.704e+44 7.57  7.57  5.224e+38 0.000676  9095 
diHPCARP_Ic.mmttptpmu 3.651e+44 8.02  8.02  5.215e+38 0.000675  9096 
diHPCARP_Ic.tmmmmtppu 8.454e+43 7.16  7.16  5.103e+38 0.00066   9097 
diHPCARP_Ic.mmttmtmpu 1.363e+44 7.47  7.47  4.969e+38 0.000643  9098 
diHPCARP_Ic.mmtmmptmu 1.709e+44 7.60  7.60  4.968e+38 0.000643  9099 
diHPCARP_Ic.mmmtmmtmu 1.621e+45 8.95  8.95  4.935e+38 0.000638  9100 
diHPCARP_Ic.mmmtmtppu 1.665e+44 7.59  7.59  4.915e+38 0.000636  9101 
diHPCARP_Ic.mmmpmttpu 2.485e+44 7.83  7.83  4.900e+38 0.000634  9102 
diHPCARP_Ic.pptmptmmu 1.905e+44 7.68  7.68  4.828e+38 0.000625  9103 
diHPCARP_Ic.tpmpptmpu 3.201e+43 6.63  6.63  4.770e+38 0.000617  9104 
diHPCARP_Ic.tmtmmttmu 6.726e+44 8.44  8.44  4.745e+38 0.000614  9105 
diHPCARP_Ic.tmmtpttmu 3.618e+44 8.08  8.08  4.686e+38 0.000606  9106 
diHPCARP_Ic.tpttpppmu 1.491e+44 7.57  7.57  4.549e+38 0.000589  9107 
diHPCARP_Ic.mpptptmmu 4.251e+43 6.82  6.82  4.546e+38 0.000588  9108 
diHPCARP_Ic.tmtpptmpu 6.761e+43 7.10  7.10  4.541e+38 0.000587  9109 
diHPCARP_Ic.pptppttpu 1.234e+44 7.46  7.46  4.516e+38 0.000584  9110 
diHPCARP_Ic.mttmmtmpu 8.111e+43 7.22  7.22  4.475e+38 0.000579  9111 
diHPCARP_Ic.ptptmmpmu 3.190e+43 6.67  6.67  4.424e+38 0.000572  9112 
diHPCARP_Ic.tttmptppu 1.290e+44 7.51  7.51  4.332e+38 0.00056   9113 
diHPCARP_Ic.ptttmttpu 1.684e+44 7.67  7.67  4.321e+38 0.000559  9114 
diHPCARP_Ic.tmttmtmpu 1.423e+44 7.58  7.58  4.306e+38 0.000557  9115 
diHPCARP_Ic.pmtmpmtpu 1.025e+44 7.38  7.38  4.300e+38 0.000556  9116 
diHPCARP_Ic.tmptmptmu 4.317e+44 8.25  8.25  4.228e+38 0.000547  9117 
diHPCARP_Ic.mmptpttpu 2.665e+44 7.97  7.97  4.163e+38 0.000539  9118 
diHPCARP_Ic.tmppmmmpu 1.833e+44 7.75  7.75  4.145e+38 0.000536  9119 
diHPCARP_Ic.ttppmtmpu 7.972e+43 7.26  7.26  4.102e+38 0.000531  9120 
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diHPCARP_Ic.tttpptmpu 1.052e+44 7.43  7.43  4.101e+38 0.00053   9121 
diHPCARP_Ic.pptpmtmpu 4.712e+43 6.95  6.95  4.077e+38 0.000527  9122 
diHPCARP_Ic.ppmpmppmu 6.149e+43 7.11  7.11  4.073e+38 0.000527  9123 
diHPCARP_Ic.pmptmttpu 1.448e+44 7.62  7.62  4.061e+38 0.000525  9124 
diHPCARP_Ic.tttmmtpmu 5.574e+43 7.06  7.06  4.014e+38 0.000519  9125 
diHPCARP_Ic.mptmmtppu 1.851e+44 7.79  7.79  3.907e+38 0.000505  9126 
diHPCARP_Ic.ppmpmtppu 1.815e+43 6.41  6.41  3.899e+38 0.000504  9127 
diHPCARP_Ic.mptmmtmmu 1.254e+44 7.56  7.56  3.893e+38 0.000504  9128 
diHPCARP_Ic.pmppmtmmu 5.830e+43 7.11  7.11  3.856e+38 0.000499  9129 
diHPCARP_Ic.pmttpttmu 1.791e+44 7.78  7.78  3.846e+38 0.000497  9130 
diHPCARP_Ic.mmmtmpppu 8.919e+43 7.37  7.37  3.833e+38 0.000496  9131 
diHPCARP_Ic.tpttpttmu 2.476e+44 7.98  7.98  3.813e+38 0.000493  9132 
diHPCARP_Ic.pmtmptmpu 4.404e+43 6.96  6.96  3.740e+38 0.000484  9133 
diHPCARP_Ic.ptpmmmpmu 2.320e+43 6.58  6.58  3.740e+38 0.000484  9134 
diHPCARP_Ic.ppmtmmmpu 2.660e+43 6.67  6.67  3.698e+38 0.000478  9135 
diHPCARP_Ic.ppmpmmmpu 1.055e+43 6.12  6.12  3.670e+38 0.000475  9136 
diHPCARP_Ic.mmtmmmmpu 8.498e+44 8.74  8.74  3.657e+38 0.000473  9137 
diHPCARP_Ic.tmptmptpu 3.032e+44 8.13  8.13  3.646e+38 0.000472  9138 
diHPCARP_Ic.tptpmtmmu 2.277e+44 7.96  7.96  3.642e+38 0.000471  9139 
diHPCARP_Ic.ppmtmpmmu 2.631e+43 6.67  6.67  3.619e+38 0.000468  9140 
diHPCARP_Ic.ppmmpmmpu 9.263e+42 6.05  6.05  3.613e+38 0.000467  9141 
diHPCARP_Ic.mtmmpmmmu 8.751e+43 7.39  7.39  3.611e+38 0.000467  9142 
diHPCARP_Ic.ptmtppmmu 1.129e+44 7.55  7.55  3.599e+38 0.000466  9143 
diHPCARP_Ic.tpptmttmu 4.471e+44 8.37  8.37  3.588e+38 0.000464  9144 
diHPCARP_Ic.mtttpppmu 8.804e+43 7.40  7.40  3.575e+38 0.000462  9145 
diHPCARP_Ic.ptmtpttpu 3.827e+44 8.28  8.28  3.557e+38 0.00046   9146 
diHPCARP_Ic.mpppmttpu 5.886e+43 7.16  7.16  3.553e+38 0.00046   9147 
diHPCARP_Ic.mmtmmtmmu 7.163e+44 8.65  8.65  3.551e+38 0.000459  9148 
diHPCARP_Ic.tpttmtmmu 2.261e+44 7.98  7.98  3.505e+38 0.000453  9149 
diHPCARP_Ic.tppmmtppu 9.306e+44 8.82  8.82  3.476e+38 0.00045   9150 
diHPCARP_Ic.mptmmttpu 8.700e+44 8.79  8.79  3.458e+38 0.000447  9151 
diHPCARP_Ic.mmtmmpmmu 7.625e+44 8.71  8.71  3.438e+38 0.000445  9152 
diHPCARP_Ic.ttpppttpu 2.128e+44 7.96  7.96  3.410e+38 0.000441  9153 
diHPCARP_Ic.ptttptpmu 8.965e+43 7.44  7.44  3.392e+38 0.000439  9154 
diHPCARP_Ic.mtttptpmu 8.048e+43 7.38  7.38  3.391e+38 0.000439  9155 
diHPCARP_Ic.mmtmmttmu 1.595e+44 7.79  7.79  3.389e+38 0.000438  9156 
diHPCARP_Ic.ppppmtpmu 2.470e+43 6.68  6.68  3.355e+38 0.000434  9157 
diHPCARP_Ic.mptmmtmpu 6.223e+43 7.24  7.24  3.295e+38 0.000426  9158 
diHPCARP_Ic.tpmpmmmpu 2.678e+43 6.74  6.74  3.282e+38 0.000425  9159 
diHPCARP_Ic.tttpmtmpu 1.098e+44 7.59  7.59  3.256e+38 0.000421  9160 
diHPCARP_Ic.mmtpmtpmu 1.115e+44 7.60  7.60  3.255e+38 0.000421  9161 
diHPCARP_Ic.tpptptmpu 5.062e+43 7.13  7.13  3.237e+38 0.000419  9162 
diHPCARP_Ic.mptmmttmu 1.783e+44 7.89  7.89  3.210e+38 0.000415  9163 
diHPCARP_Ic.tpppmtmmu 9.263e+43 7.50  7.50  3.168e+38 0.00041   9164 
diHPCARP_Ic.pttpppmpu 5.064e+43 7.15  7.15  3.132e+38 0.000405  9165 
diHPCARP_Ic.mpmtptmmu 1.534e+44 7.81  7.81  3.122e+38 0.000404  9166 
diHPCARP_Ic.tmttpttmu 4.031e+44 8.39  8.39  3.095e+38 0.0004    9167 
diHPCARP_Ic.mmtmptmmu 1.080e+44 7.61  7.61  3.081e+38 0.000399  9168 
diHPCARP_Ic.pmttptpmu 1.188e+44 7.67  7.67  3.052e+38 0.000395  9169 
diHPCARP_Ic.ppttpttmu 2.028e+44 8.00  8.00  3.023e+38 0.000391  9170 
diHPCARP_Ic.tmtmptmmu 2.125e+44 8.03  8.03  2.985e+38 0.000386  9171 
diHPCARP_Ic.pptmptpmu 8.014e+43 7.46  7.46  2.952e+38 0.000382  9172 
diHPCARP_Ic.tttmpttmu 1.838e+44 7.96  7.96  2.943e+38 0.000381  9173 
diHPCARP_Ic.tmptptmpu 1.219e+44 7.71  7.71  2.941e+38 0.00038   9174 
diHPCARP_Ic.tttmmtppu 3.299e+44 8.32  8.32  2.843e+38 0.000368  9175 
diHPCARP_Ic.ppptpttmu 7.864e+44 8.85  8.85  2.813e+38 0.000364  9176 
diHPCARP_Ic.pttpptpmu 6.377e+43 7.35  7.35  2.805e+38 0.000363  9177 
diHPCARP_Ic.mpppmttmu 5.344e+44 8.63  8.63  2.764e+38 0.000358  9178 
diHPCARP_Ic.ptmpppppu 1.351e+44 7.81  7.81  2.753e+38 0.000356  9179 
diHPCARP_Ic.ttmtmmtpu 2.661e+44 8.23  8.23  2.685e+38 0.000347  9180 
diHPCARP_Ic.ptppmpppu 2.704e+43 6.87  6.87  2.678e+38 0.000346  9181 
diHPCARP_Ic.mpmtpttpu 1.091e+44 7.70  7.70  2.674e+38 0.000346  9182 
diHPCARP_Ic.ptpmpptpu 4.081e+43 7.12  7.12  2.663e+38 0.000344  9183 
diHPCARP_Ic.tmmpmttmu 1.916e+44 8.04  8.04  2.650e+38 0.000343  9184 
diHPCARP_Ic.ttppptmpu 5.690e+43 7.32  7.32  2.643e+38 0.000342  9185 
diHPCARP_Ic.ppptptmpu 3.894e+43 7.10  7.10  2.613e+38 0.000338  9186 
diHPCARP_Ic.mmttmptmu 2.572e+44 8.23  8.23  2.611e+38 0.000338  9187 
diHPCARP_Ic.tmmtptppu 6.772e+43 7.43  7.43  2.610e+38 0.000338  9188 
diHPCARP_Ic.tmtpmtmpu 9.723e+43 7.65  7.65  2.602e+38 0.000337  9189 
diHPCARP_Ic.mmptmtpmu 3.015e+44 8.33  8.33  2.563e+38 0.000332  9190 
diHPCARP_Ic.tmpmmmppu 1.075e+44 7.72  7.72  2.555e+38 0.00033   9191 
diHPCARP_Ic.mpptmtmpu 3.815e+43 7.11  7.11  2.533e+38 0.000328  9192 
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diHPCARP_Ic.tmpmmptmu 3.793e+44 8.48  8.48  2.519e+38 0.000326  9193 
diHPCARP_Ic.ptppmmmmu 1.042e+44 7.72  7.72  2.476e+38 0.00032   9194 
diHPCARP_Ic.mtmtptmmu 1.028e+44 7.72  7.72  2.438e+38 0.000315  9195 
diHPCARP_Ic.tpptmtppu 5.820e+44 8.76  8.76  2.423e+38 0.000313  9196 
diHPCARP_Ic.tpttptmmu 2.448e+44 8.25  8.25  2.404e+38 0.000311  9197 
diHPCARP_Ic.mpppppmpu 2.477e+43 6.88  6.88  2.401e+38 0.000311  9198 
diHPCARP_Ic.mpppmppmu 3.745e+43 7.13  7.13  2.381e+38 0.000308  9199 
diHPCARP_Ic.mpptpttpu 7.822e+43 7.58  7.58  2.371e+38 0.000307  9200 
diHPCARP_Ic.mmptpptmu 1.643e+44 8.02  8.02  2.366e+38 0.000306  9201 
diHPCARP_Ic.mpttmtpmu 2.432e+44 8.26  8.26  2.356e+38 0.000305  9202 
diHPCARP_Ic.ttptptmpu 4.484e+44 8.62  8.62  2.349e+38 0.000304  9203 
diHPCARP_Ic.tptpptpmu 2.476e+44 8.28  8.28  2.314e+38 0.000299  9204 
diHPCARP_Ic.ptmtppppu 7.511e+43 7.59  7.59  2.231e+38 0.000289  9205 
diHPCARP_Ic.tttmpttpu 2.367e+44 8.27  8.27  2.225e+38 0.000288  9206 
diHPCARP_Ic.pmttpmtpu 2.322e+44 8.28  8.28  2.165e+38 0.00028   9207 
diHPCARP_Ic.ttptmtmpu 2.638e+44 8.36  8.36  2.144e+38 0.000277  9208 
diHPCARP_Ic.mttppppmu 4.558e+43 7.32  7.32  2.132e+38 0.000276  9209 
diHPCARP_Ic.tttmptpmu 6.592e+43 7.54  7.54  2.103e+38 0.000272  9210 
diHPCARP_Ic.ttmtptmpu 1.386e+44 7.99  7.99  2.094e+38 0.000271  9211 
diHPCARP_Ic.tpttmmtpu 1.938e+44 8.19  8.19  2.087e+38 0.00027   9212 
diHPCARP_Ic.mmtpmtmmu 1.168e+45 9.26  9.26  2.083e+38 0.000269  9213 
diHPCARP_Ic.tmttptppu 2.186e+44 8.27  8.27  2.061e+38 0.000267  9214 
diHPCARP_Ic.mptmmppmu 7.705e+43 7.65  7.65  2.059e+38 0.000266  9215 
diHPCARP_Ic.ttttmmmpu 6.221e+43 7.54  7.54  2.005e+38 0.000259  9216 
diHPCARP_Ic.tpppptmmu 9.769e+43 7.81  7.81  1.983e+38 0.000256  9217 
diHPCARP_Ic.ppptpmppu 1.185e+44 7.94  7.94  1.952e+38 0.000253  9218 
diHPCARP_Ic.mmptpptpu 1.360e+44 8.03  8.03  1.926e+38 0.000249  9219 
diHPCARP_Ic.pmppmtppu 7.410e+43 7.67  7.67  1.917e+38 0.000248  9220 
diHPCARP_Ic.ptppptmpu 1.454e+44 8.08  8.08  1.905e+38 0.000246  9221 
diHPCARP_Ic.tpmppttpu 8.125e+43 7.73  7.73  1.903e+38 0.000246  9222 
diHPCARP_Ic.tpmppttmu 1.690e+44 8.17  8.17  1.891e+38 0.000245  9223 
diHPCARP_Ic.mtmmptmmu 5.424e+43 7.49  7.49  1.888e+38 0.000244  9224 
diHPCARP_Ic.tptpptmmu 2.347e+44 8.37  8.37  1.879e+38 0.000243  9225 
diHPCARP_Ic.mmtpmtmpu 5.859e+43 7.54  7.54  1.873e+38 0.000242  9226 
diHPCARP_Ic.mmttmttmu 2.253e+44 8.35  8.35  1.849e+38 0.000239  9227 
diHPCARP_Ic.tpptmmmmu 1.128e+44 7.94  7.94  1.842e+38 0.000238  9228 
diHPCARP_Ic.ppptmmmpu 2.258e+43 6.99  6.99  1.826e+38 0.000236  9229 
diHPCARP_Ic.ptpmmtmpu 3.085e+43 7.18  7.18  1.819e+38 0.000235  9230 
diHPCARP_Ic.ttmtmmtmu 3.756e+44 8.69  8.69  1.757e+38 0.000227  9231 
diHPCARP_Ic.tmtmppmmu 4.278e+44 8.77  8.77  1.754e+38 0.000227  9232 
diHPCARP_Ic.mttmmtpmu 3.741e+43 7.32  7.32  1.747e+38 0.000226  9233 
diHPCARP_Ic.pmttmtmmu 3.906e+44 8.72  8.72  1.742e+38 0.000225  9234 
diHPCARP_Ic.tmttpmmpu 1.533e+45 9.54  9.54  1.724e+38 0.000223  9235 
diHPCARP_Ic.mptmppmpu 3.787e+43 7.34  7.34  1.711e+38 0.000221  9236 
diHPCARP_Ic.pmpppmppu 5.241e+43 7.53  7.53  1.711e+38 0.000221  9237 
diHPCARP_Ic.ptpmmtppu 3.285e+43 7.25  7.25  1.710e+38 0.000221  9238 
diHPCARP_Ic.mpmpptppu 2.425e+43 7.07  7.07  1.706e+38 0.000221  9239 
diHPCARP_Ic.mttpptpmu 3.714e+43 7.34  7.34  1.674e+38 0.000217  9240 
diHPCARP_Ic.tpmmptmpu 3.550e+43 7.32  7.32  1.649e+38 0.000213  9241 
diHPCARP_Ic.ttppmptpu 9.293e+43 7.90  7.90  1.641e+38 0.000212  9242 
diHPCARP_Ic.tppmptppu 2.152e+44 8.40  8.40  1.637e+38 0.000212  9243 
diHPCARP_Ic.mmttmtppu 1.153e+44 8.03  8.03  1.631e+38 0.000211  9244 
diHPCARP_Ic.pmmtptmpu 3.367e+43 7.30  7.30  1.624e+38 0.00021   9245 
diHPCARP_Ic.ttppmtpmu 3.715e+43 7.36  7.36  1.607e+38 0.000208  9246 
diHPCARP_Ic.tmttmtppu 4.211e+44 8.81  8.81  1.607e+38 0.000208  9247 
diHPCARP_Ic.mttmpttpu 9.313e+43 7.92  7.92  1.595e+38 0.000206  9248 
diHPCARP_Ic.ptptptmpu 2.871e+44 8.59  8.59  1.584e+38 0.000205  9249 
diHPCARP_Ic.tpptptppu 3.645e+44 8.74  8.74  1.560e+38 0.000202  9250 
diHPCARP_Ic.tmmppmtmu 1.720e+44 8.30  8.30  1.551e+38 0.000201  9251 
diHPCARP_Ic.pptmptppu 2.884e+44 8.62  8.62  1.517e+38 0.000196  9252 
diHPCARP_Ic.tmmtmtppu 1.358e+44 8.18  8.18  1.496e+38 0.000194  9253 
diHPCARP_Ic.ptmtptpmu 1.030e+44 8.02  8.02  1.473e+38 0.00019   9254 
diHPCARP_Ic.ptppmpmmu 3.065e+43 7.30  7.30  1.468e+38 0.00019   9255 
diHPCARP_Ic.tmtmpptmu 1.395e+44 8.21  8.21  1.465e+38 0.000189  9256 
diHPCARP_Ic.mptppmppu 1.460e+43 6.86  6.86  1.461e+38 0.000189  9257 
diHPCARP_Ic.ptptmtppu 6.055e+43 7.71  7.71  1.460e+38 0.000189  9258 
diHPCARP_Ic.mmtpptpmu 2.162e+44 8.47  8.47  1.459e+38 0.000189  9259 
diHPCARP_Ic.mpttpppmu 3.261e+43 7.35  7.35  1.434e+38 0.000186  9260 
diHPCARP_Ic.ptpmpppmu 3.180e+43 7.34  7.34  1.424e+38 0.000184  9261 
diHPCARP_Ic.mtppptpmu 2.361e+43 7.17  7.17  1.406e+38 0.000182  9262 
diHPCARP_Ic.ttppmttpu 2.464e+44 8.57  8.57  1.396e+38 0.000181  9263 
diHPCARP_Ic.mpmmptmmu 1.922e+43 7.05  7.05  1.396e+38 0.000181  9264 
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diHPCARP_Ic.tmtpptmmu 3.099e+44 8.71  8.71  1.394e+38 0.00018   9265 
diHPCARP_Ic.mtttmtmpu 1.435e+44 8.25  8.25  1.392e+38 0.00018   9266 
diHPCARP_Ic.tmttmttmu 6.152e+44 9.12  9.12  1.392e+38 0.00018   9267 
diHPCARP_Ic.mtmtpttpu 2.186e+44 8.51  8.51  1.384e+38 0.000179  9268 
diHPCARP_Ic.tttmptmmu 2.007e+44 8.46  8.46  1.367e+38 0.000177  9269 
diHPCARP_Ic.mmtpmmmmu 8.580e+44 9.33  9.33  1.362e+38 0.000176  9270 
diHPCARP_Ic.mpppmtmmu 8.964e+43 7.99  7.99  1.353e+38 0.000175  9271 
diHPCARP_Ic.tpttmttpu 4.626e+44 8.97  8.97  1.350e+38 0.000175  9272 
diHPCARP_Ic.ptptmttpu 2.123e+45 9.88  9.88  1.337e+38 0.000173  9273 
diHPCARP_Ic.ttmmmpmmu 4.447e+44 8.95  8.95  1.333e+38 0.000172  9274 
diHPCARP_Ic.ptmmppmmu 5.020e+43 7.66  7.66  1.325e+38 0.000171  9275 
diHPCARP_Ic.tpmmmmmpu 2.302e+43 7.20  7.20  1.305e+38 0.000169  9276 
diHPCARP_Ic.pptmmmmpu 3.480e+43 7.45  7.45  1.297e+38 0.000168  9277 
diHPCARP_Ic.tttmmttmu 2.353e+44 8.60  8.60  1.288e+38 0.000167  9278 
diHPCARP_Ic.mpttmtppu 5.219e+44 9.07  9.07  1.285e+38 0.000166  9279 
diHPCARP_Ic.mptmpttmu 6.746e+43 7.85  7.85  1.283e+38 0.000166  9280 
diHPCARP_Ic.tmmmppppu 2.094e+43 7.16  7.16  1.283e+38 0.000166  9281 
diHPCARP_Ic.ttptpttpu 4.601e+44 9.00  9.00  1.268e+38 0.000164  9282 
diHPCARP_Ic.ttpppttmu 3.832e+44 8.90  8.90  1.264e+38 0.000164  9283 
diHPCARP_Ic.tptmptmpu 7.935e+43 7.96  7.96  1.256e+38 0.000162  9284 
diHPCARP_Ic.mmppppmmu 1.344e+44 8.28  8.28  1.246e+38 0.000161  9285 
diHPCARP_Ic.mtmtmtmpu 1.353e+44 8.29  8.29  1.244e+38 0.000161  9286 
diHPCARP_Ic.mmmpmttmu 1.191e+44 8.21  8.21  1.235e+38 0.00016   9287 
diHPCARP_Ic.mmttpttmu 4.475e+44 9.01  9.01  1.217e+38 0.000157  9288 
diHPCARP_Ic.mpttmtmmu 2.295e+44 8.62  8.62  1.209e+38 0.000156  9289 
diHPCARP_Ic.pmppmpppu 1.904e+43 7.14  7.14  1.202e+38 0.000155  9290 
diHPCARP_Ic.mtpmpppmu 1.990e+43 7.16  7.16  1.202e+38 0.000155  9291 
diHPCARP_Ic.ttmtmtmpu 1.649e+44 8.44  8.44  1.180e+38 0.000153  9292 
diHPCARP_Ic.ttmmptmpu 8.589e+43 8.05  8.05  1.172e+38 0.000152  9293 
diHPCARP_Ic.ttttpttmu 2.810e+44 8.76  8.76  1.169e+38 0.000151  9294 
diHPCARP_Ic.tttmmmpmu 2.936e+43 7.41  7.41  1.167e+38 0.000151  9295 
diHPCARP_Ic.pttmppppu 3.685e+43 7.55  7.55  1.166e+38 0.000151  9296 
diHPCARP_Ic.mpttpttpu 2.125e+44 8.61  8.61  1.142e+38 0.000148  9297 
diHPCARP_Ic.mtmmmttmu 7.401e+43 7.99  7.99  1.111e+38 0.000144  9298 
diHPCARP_Ic.ptmtptmmu 4.841e+44 9.12  9.12  1.092e+38 0.000141  9299 
diHPCARP_Ic.mmppptmmu 1.729e+44 8.51  8.51  1.089e+38 0.000141  9300 
diHPCARP_Ic.mpttmtmpu 9.959e+43 8.19  8.19  1.080e+38 0.00014   9301 
diHPCARP_Ic.tmmtppppu 6.521e+43 7.94  7.94  1.080e+38 0.00014   9302 
diHPCARP_Ic.ppptpmmmu 6.888e+43 7.97  7.97  1.072e+38 0.000139  9303 
diHPCARP_Ic.mtppmtmpu 7.566e+43 8.04  8.04  1.060e+38 0.000137  9304 
diHPCARP_Ic.tttmppmmu 2.839e+44 8.83  8.83  1.057e+38 0.000137  9305 
diHPCARP_Ic.ptpmmpmmu 2.693e+43 7.42  7.42  1.053e+38 0.000136  9306 
diHPCARP_Ic.pmpppmtpu 7.890e+43 8.07  8.07  1.045e+38 0.000135  9307 
diHPCARP_Ic.ppmpptmpu 4.481e+43 7.73  7.73  1.042e+38 0.000135  9308 
diHPCARP_Ic.tppmpmppu 1.557e+43 7.11  7.11  1.038e+38 0.000134  9309 
diHPCARP_Ic.mtmmpttpu 6.427e+43 7.95  7.95  1.037e+38 0.000134  9310 
diHPCARP_Ic.tttpmpmpu 5.565e+43 7.88  7.88  1.019e+38 0.000132  9311 
diHPCARP_Ic.tmttptmmu 3.814e+44 9.02  9.02  1.018e+38 0.000132  9312 
diHPCARP_Ic.mtmmmptmu 4.814e+43 7.81  7.81  9.896e+37 0.000128  9313 
diHPCARP_Ic.tmppmttmu 1.715e+45 9.94  9.94  9.776e+37 0.000126  9314 
diHPCARP_Ic.tttmmttpu 3.144e+44 8.93  8.93  9.757e+37 0.000126  9315 
diHPCARP_Ic.ptptmtmmu 5.445e+43 7.90  7.90  9.588e+37 0.000124  9316 
diHPCARP_Ic.ttpmmppmu 5.715e+43 7.94  7.94  9.457e+37 0.000122  9317 
diHPCARP_Ic.mmppmpppu 2.325e+44 8.77  8.77  9.431e+37 0.000122  9318 
diHPCARP_Ic.ptptmttmu 7.175e+44 9.45  9.45  9.429e+37 0.000122  9319 
diHPCARP_Ic.mptmpmtmu 9.015e+43 8.21  8.21  9.414e+37 0.000122  9320 
diHPCARP_Ic.ptppmttmu 1.413e+44 8.48  8.48  9.370e+37 0.000121  9321 
diHPCARP_Ic.mppppppmu 2.174e+43 7.37  7.37  9.322e+37 0.000121  9322 
diHPCARP_Ic.ttttmtpmu 1.020e+44 8.29  8.29  9.313e+37 0.00012   9323 
diHPCARP_Ic.pmptmtmmu 1.488e+44 8.52  8.52  9.171e+37 0.000119  9324 
diHPCARP_Ic.tptppppmu 7.127e+43 8.09  8.09  9.148e+37 0.000118  9325 
diHPCARP_Ic.tmtmpttpu 2.810e+44 8.91  8.91  9.135e+37 0.000118  9326 
diHPCARP_Ic.pmptmtppu 1.639e+44 8.59  8.59  9.096e+37 0.000118  9327 
diHPCARP_Ic.tmtpmtmmu 8.531e+44 9.57  9.57  9.041e+37 0.000117  9328 
diHPCARP_Ic.ttttptppu 2.835e+44 8.92  8.92  9.033e+37 0.000117  9329 
diHPCARP_Ic.ptpmmptmu 4.641e+43 7.84  7.84  8.955e+37 0.000116  9330 
diHPCARP_Ic.tpptmtmmu 1.234e+44 8.43  8.43  8.873e+37 0.000115  9331 
diHPCARP_Ic.ptppmttpu 2.568e+44 8.87  8.87  8.856e+37 0.000115  9332 
diHPCARP_Ic.mmttmtmmu 6.689e+44 9.45  9.45  8.770e+37 0.000113  9333 
diHPCARP_Ic.ttptpttmu 1.040e+45 9.72  9.72  8.637e+37 0.000112  9334 
diHPCARP_Ic.ppmtpmtmu 2.109e+44 8.78  8.78  8.454e+37 0.000109  9335 
diHPCARP_Ic.mptmmmmpu 1.164e+44 8.43  8.43  8.365e+37 0.000108  9336 
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diHPCARP_Ic.ptpppttpu 2.251e+44 8.84  8.84  8.214e+37 0.000106  9337 
diHPCARP_Ic.pptmmmtmu 9.758e+43 8.34  8.34  8.190e+37 0.000106  9338 
diHPCARP_Ic.mtppptmmu 2.320e+44 8.86  8.86  8.089e+37 0.000105  9339 
diHPCARP_Ic.ppmmmtpmu 2.125e+43 7.44  7.44  8.065e+37 0.000104  9340 
diHPCARP_Ic.tpmpmttmu 2.527e+44 8.92  8.92  8.017e+37 0.000104  9341 
diHPCARP_Ic.ptttpmpmu 4.001e+43 7.82  7.82  7.997e+37 0.000103  9342 
diHPCARP_Ic.tmtmmtmmu 2.771e+44 8.98  8.98  7.957e+37 0.000103  9343 
diHPCARP_Ic.pmttptmpu 6.532e+43 8.14  8.14  7.620e+37 9.86e-05  9344 
diHPCARP_Ic.mpppmmmpu 5.369e+43 8.03  8.03  7.536e+37 9.75e-05  9345 
diHPCARP_Ic.ttptmmtpu 1.257e+44 8.55  8.55  7.439e+37 9.62e-05  9346 
diHPCARP_Ic.pptmptmpu 5.938e+43 8.10  8.10  7.412e+37 9.59e-05  9347 
diHPCARP_Ic.pmptmpppu 5.775e+43 8.10  8.10  7.215e+37 9.33e-05  9348 
diHPCARP_Ic.tpttpttpu 3.768e+44 9.22  9.22  7.192e+37 9.3e-05   9349 
diHPCARP_Ic.ttmmmmtpu 5.923e+43 8.12  8.12  7.190e+37 9.3e-05   9350 
diHPCARP_Ic.mmttmmmmu 8.413e+44 9.70  9.70  7.176e+37 9.28e-05  9351 
diHPCARP_Ic.ppttptmmu 2.780e+44 9.04  9.04  7.162e+37 9.26e-05  9352 
diHPCARP_Ic.mtppmtpmu 2.571e+43 7.63  7.63  7.119e+37 9.21e-05  9353 
diHPCARP_Ic.ppttmtpmu 6.183e+43 8.16  8.16  7.080e+37 9.16e-05  9354 
diHPCARP_Ic.pmtppmtpu 1.559e+44 8.71  8.71  7.070e+37 9.15e-05  9355 
diHPCARP_Ic.mpmmmttmu 3.034e+43 7.73  7.73  7.063e+37 9.14e-05  9356 
diHPCARP_Ic.mttpmtppu 3.066e+43 7.74  7.74  7.030e+37 9.09e-05  9357 
diHPCARP_Ic.ttttmtppu 8.733e+44 9.74  9.74  7.004e+37 9.06e-05  9358 
diHPCARP_Ic.ppmtmmtmu 3.329e+44 9.17  9.17  6.925e+37 8.96e-05  9359 
diHPCARP_Ic.mtmmmmmmu 1.060e+44 8.50  8.50  6.868e+37 8.88e-05  9360 
diHPCARP_Ic.tttmmtmmu 2.302e+44 8.96  8.96  6.848e+37 8.86e-05  9361 
diHPCARP_Ic.mpttmttmu 2.151e+44 8.92  8.92  6.812e+37 8.81e-05  9362 
diHPCARP_Ic.ppmtpmppu 3.093e+43 7.78  7.78  6.598e+37 8.54e-05  9363 
diHPCARP_Ic.tpmtmmppu 4.644e+43 8.03  8.03  6.586e+37 8.52e-05  9364 
diHPCARP_Ic.mpptmttpu 1.442e+44 8.71  8.71  6.568e+37 8.5e-05   9365 
diHPCARP_Ic.ttmmmtmpu 1.332e+44 8.66  8.66  6.555e+37 8.48e-05  9366 
diHPCARP_Ic.ptppppmmu 5.574e+43 8.14  8.14  6.550e+37 8.47e-05  9367 
diHPCARP_Ic.mtpppppmu 2.606e+43 7.69  7.69  6.541e+37 8.46e-05  9368 
diHPCARP_Ic.mttpmtmpu 9.150e+43 8.45  8.45  6.422e+37 8.31e-05  9369 
diHPCARP_Ic.tpptptmmu 1.089e+44 8.58  8.58  6.140e+37 7.94e-05  9370 
diHPCARP_Ic.mtmmmtmpu 8.352e+43 8.43  8.43  6.081e+37 7.87e-05  9371 
diHPCARP_Ic.ppppmmppu 6.469e+43 8.28  8.28  6.025e+37 7.79e-05  9372 
diHPCARP_Ic.mtmpptpmu 3.223e+43 7.87  7.87  5.954e+37 7.7e-05   9373 
diHPCARP_Ic.mpptppmpu 2.620e+43 7.75  7.75  5.897e+37 7.63e-05  9374 
diHPCARP_Ic.tpmtpttmu 7.915e+44 9.79  9.79  5.884e+37 7.61e-05  9375 
diHPCARP_Ic.mmmtmptmu 2.833e+44 9.18  9.18  5.811e+37 7.52e-05  9376 
diHPCARP_Ic.pmpppmtmu 7.583e+43 8.40  8.40  5.781e+37 7.48e-05  9377 
diHPCARP_Ic.mpmmpttpu 6.412e+43 8.30  8.30  5.763e+37 7.45e-05  9378 
diHPCARP_Ic.mptppppmu 3.221e+43 7.90  7.90  5.710e+37 7.39e-05  9379 
diHPCARP_Ic.mtptmtmpu 2.645e+44 9.16  9.16  5.624e+37 7.28e-05  9380 
diHPCARP_Ic.ttpmptmpu 4.473e+43 8.11  8.11  5.567e+37 7.2e-05   9381 
diHPCARP_Ic.pmtmpmppu 1.452e+44 8.81  8.81  5.510e+37 7.13e-05  9382 
diHPCARP_Ic.mmmpmmtmu 1.315e+44 8.76  8.76  5.477e+37 7.09e-05  9383 
diHPCARP_Ic.ptppmtppu 5.689e+43 8.26  8.26  5.468e+37 7.07e-05  9384 
diHPCARP_Ic.ptppptpmu 4.766e+43 8.16  8.16  5.411e+37 7e-05     9385 
diHPCARP_Ic.mpppmtppu 9.186e+43 8.57  8.57  5.287e+37 6.84e-05  9386 
diHPCARP_Ic.pmmmptmpu 3.302e+43 7.96  7.96  5.280e+37 6.83e-05  9387 
diHPCARP_Ic.mptpmtpmu 1.166e+44 8.71  8.71  5.271e+37 6.82e-05  9388 
diHPCARP_Ic.ttppptpmu 3.308e+43 7.96  7.96  5.270e+37 6.82e-05  9389 
diHPCARP_Ic.tmttmtmmu 6.478e+44 9.74  9.74  5.238e+37 6.78e-05  9390 
diHPCARP_Ic.ptppmptmu 6.014e+43 8.32  8.32  5.235e+37 6.77e-05  9391 
diHPCARP_Ic.mmtmmttpu 4.611e+44 9.54  9.54  5.197e+37 6.72e-05  9392 
diHPCARP_Ic.tpmmmtppu 7.389e+43 8.45  8.45  5.172e+37 6.69e-05  9393 
diHPCARP_Ic.tpttptmpu 1.544e+44 8.89  8.89  5.148e+37 6.66e-05  9394 
diHPCARP_Ic.tmtmmttpu 4.514e+44 9.53  9.53  5.113e+37 6.61e-05  9395 
diHPCARP_Ic.tmmppttmu 6.310e+43 8.36  8.36  5.093e+37 6.59e-05  9396 
diHPCARP_Ic.ppttptpmu 1.248e+44 8.77  8.77  5.092e+37 6.59e-05  9397 
diHPCARP_Ic.tmppppppu 2.477e+44 9.18  9.18  5.050e+37 6.53e-05  9398 
diHPCARP_Ic.ttmtpttpu 5.027e+44 9.62  9.62  4.937e+37 6.39e-05  9399 
diHPCARP_Ic.mpttpmmpu 8.807e+43 8.59  8.59  4.900e+37 6.34e-05  9400 
diHPCARP_Ic.tmttpptmu 2.106e+44 9.11  9.11  4.893e+37 6.33e-05  9401 
diHPCARP_Ic.mmttpptpu 2.873e+45 10.67 10.67 4.876e+37 6.31e-05  9402 
diHPCARP_Ic.mtpppttmu 2.434e+44 9.19  9.19  4.875e+37 6.31e-05  9403 
diHPCARP_Ic.tttpmtpmu 5.835e+43 8.35  8.35  4.792e+37 6.2e-05   9404 
diHPCARP_Ic.ptmmptpmu 3.918e+43 8.12  8.12  4.770e+37 6.17e-05  9405 
diHPCARP_Ic.ttptmttpu 5.457e+44 9.69  9.69  4.767e+37 6.17e-05  9406 
diHPCARP_Ic.mpmmpptpu 3.205e+43 8.00  8.00  4.761e+37 6.16e-05  9407 
diHPCARP_Ic.ttppptmmu 9.496e+43 8.66  8.66  4.671e+37 6.04e-05  9408 
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diHPCARP_Ic.mmtmmptpu 7.368e+44 9.88  9.88  4.659e+37 6.03e-05  9409 
diHPCARP_Ic.mpttpmtmu 1.637e+44 9.00  9.00  4.573e+37 5.92e-05  9410 
diHPCARP_Ic.mtttmtpmu 7.402e+43 8.53  8.53  4.526e+37 5.85e-05  9411 
diHPCARP_Ic.mpmmpmtmu 1.788e+43 7.69  7.69  4.460e+37 5.77e-05  9412 
diHPCARP_Ic.mttppptpu 1.433e+44 8.94  8.94  4.430e+37 5.73e-05  9413 
diHPCARP_Ic.mpttppmpu 8.065e+43 8.60  8.60  4.418e+37 5.71e-05  9414 
diHPCARP_Ic.pptpptmmu 2.071e+44 9.16  9.16  4.398e+37 5.69e-05  9415 
diHPCARP_Ic.mmmpmmtpu 1.387e+45 10.30 10.30 4.325e+37 5.59e-05  9416 
diHPCARP_Ic.mtttpttpu 1.891e+44 9.12  9.12  4.268e+37 5.52e-05  9417 
diHPCARP_Ic.mmppmtmpu 5.182e+43 8.35  8.35  4.266e+37 5.52e-05  9418 
diHPCARP_Ic.mpttpttmu 6.836e+43 8.52  8.52  4.214e+37 5.45e-05  9419 
diHPCARP_Ic.ttttptmmu 3.287e+44 9.47  9.47  4.175e+37 5.4e-05   9420 
diHPCARP_Ic.tttpptmmu 2.546e+44 9.33  9.33  4.085e+37 5.28e-05  9421 
diHPCARP_Ic.pmmpptmpu 8.008e+42 7.27  7.27  4.077e+37 5.27e-05  9422 
diHPCARP_Ic.mptpmtmmu 1.719e+44 9.10  9.10  4.016e+37 5.2e-05   9423 
diHPCARP_Ic.pmpppmmmu 9.857e+43 8.77  8.77  4.007e+37 5.18e-05  9424 
diHPCARP_Ic.pptpmtpmu 3.479e+43 8.16  8.16  3.922e+37 5.07e-05  9425 
diHPCARP_Ic.ptpppttmu 5.538e+44 9.83  9.83  3.854e+37 4.99e-05  9426 
diHPCARP_Ic.mmmmmmtpu 2.245e+44 9.29  9.29  3.846e+37 4.98e-05  9427 
diHPCARP_Ic.ttttptpmu 9.527e+43 8.79  8.79  3.785e+37 4.9e-05   9428 
diHPCARP_Ic.pmptpmtmu 1.672e+44 9.12  9.12  3.774e+37 4.88e-05  9429 
diHPCARP_Ic.pmptpmtpu 1.355e+44 9.00  9.00  3.741e+37 4.84e-05  9430 
diHPCARP_Ic.ptppptppu 3.008e+44 9.49  9.49  3.685e+37 4.77e-05  9431 
diHPCARP_Ic.mtttmppmu 9.511e+43 8.82  8.82  3.581e+37 4.63e-05  9432 
diHPCARP_Ic.ttmtpttmu 1.605e+44 9.13  9.13  3.569e+37 4.62e-05  9433 
diHPCARP_Ic.pttmpmmmu 2.484e+44 9.40  9.40  3.513e+37 4.54e-05  9434 
diHPCARP_Ic.tpmtmtppu 1.003e+44 8.88  8.88  3.406e+37 4.41e-05  9435 
diHPCARP_Ic.pmtpptmpu 4.098e+43 8.35  8.35  3.400e+37 4.4e-05   9436 
diHPCARP_Ic.ppptmtpmu 4.880e+43 8.46  8.46  3.372e+37 4.36e-05  9437 
diHPCARP_Ic.mpptmmpmu 8.407e+43 8.79  8.79  3.348e+37 4.33e-05  9438 
diHPCARP_Ic.tmttppmmu 6.924e+44 10.04 10.04 3.344e+37 4.33e-05  9439 
diHPCARP_Ic.mpptmttmu 6.713e+44 10.03 10.03 3.302e+37 4.27e-05  9440 
diHPCARP_Ic.mmmtmmtpu 4.048e+44 9.74  9.74  3.257e+37 4.21e-05  9441 
diHPCARP_Ic.ttpmmptpu 7.363e+43 8.73  8.73  3.228e+37 4.18e-05  9442 
diHPCARP_Ic.ttmmpttpu 1.598e+44 9.20  9.20  3.191e+37 4.13e-05  9443 
diHPCARP_Ic.mmttmttpu 8.941e+44 10.23 10.23 3.166e+37 4.09e-05  9444 
diHPCARP_Ic.pmttpttpu 7.303e+44 10.11 10.11 3.157e+37 4.08e-05  9445 
diHPCARP_Ic.ptttppppu 6.352e+43 8.66  8.66  3.143e+37 4.07e-05  9446 
diHPCARP_Ic.pttppmpmu 2.502e+43 8.11  8.11  3.086e+37 3.99e-05  9447 
diHPCARP_Ic.ttttpttpu 3.294e+44 9.65  9.65  3.078e+37 3.98e-05  9448 
diHPCARP_Ic.mttmmpppu 1.229e+45 10.44 10.44 3.069e+37 3.97e-05  9449 
diHPCARP_Ic.ppppmmtmu 2.063e+44 9.37  9.37  3.065e+37 3.97e-05  9450 
diHPCARP_Ic.tmpppttpu 2.783e+44 9.56  9.56  3.022e+37 3.91e-05  9451 
diHPCARP_Ic.ppppptmmu 7.423e+43 8.77  8.77  3.015e+37 3.9e-05   9452 
diHPCARP_Ic.ppttmmmpu 5.697e+43 8.62  8.62  2.988e+37 3.87e-05  9453 
diHPCARP_Ic.mtpmmtmpu 7.672e+43 8.80  8.80  2.980e+37 3.85e-05  9454 
diHPCARP_Ic.ttmtmttmu 3.963e+44 9.78  9.78  2.980e+37 3.85e-05  9455 
diHPCARP_Ic.mtpmmppmu 2.560e+43 8.16  8.16  2.914e+37 3.77e-05  9456 
diHPCARP_Ic.mtpmptpmu 2.890e+43 8.24  8.24  2.896e+37 3.75e-05  9457 
diHPCARP_Ic.pmmtpttmu 2.540e+44 9.53  9.53  2.889e+37 3.74e-05  9458 
diHPCARP_Ic.pttmppmmu 8.114e+43 8.86  8.86  2.857e+37 3.7e-05   9459 
diHPCARP_Ic.ppttptmpu 9.356e+43 8.95  8.95  2.807e+37 3.63e-05  9460 
diHPCARP_Ic.ptptpttpu 4.454e+44 9.89  9.89  2.792e+37 3.61e-05  9461 
diHPCARP_Ic.tmpppttmu 3.642e+44 9.77  9.77  2.792e+37 3.61e-05  9462 
diHPCARP_Ic.mpmtppmpu 5.355e+43 8.63  8.63  2.780e+37 3.6e-05   9463 
diHPCARP_Ic.mpptmtmmu 7.650e+43 8.84  8.84  2.772e+37 3.59e-05  9464 
diHPCARP_Ic.ttppptppu 1.171e+44 9.10  9.10  2.758e+37 3.57e-05  9465 
diHPCARP_Ic.pmmtmpppu 9.952e+43 9.01  9.01  2.721e+37 3.52e-05  9466 
diHPCARP_Ic.tttpptpmu 6.172e+43 8.74  8.74  2.635e+37 3.41e-05  9467 
diHPCARP_Ic.mptpmtmpu 5.810e+43 8.71  8.71  2.625e+37 3.4e-05   9468 
diHPCARP_Ic.tpmpmmtmu 6.177e+43 8.75  8.75  2.619e+37 3.39e-05  9469 
diHPCARP_Ic.tpmpptmmu 6.436e+43 8.78  8.78  2.592e+37 3.35e-05  9470 
diHPCARP_Ic.mmmpmtppu 1.117e+44 9.11  9.11  2.570e+37 3.32e-05  9471 
diHPCARP_Ic.ppmmpmppu 5.716e+42 7.36  7.36  2.503e+37 3.24e-05  9472 
diHPCARP_Ic.tpmtmttpu 1.005e+45 10.44 10.44 2.487e+37 3.22e-05  9473 
diHPCARP_Ic.pttmpptmu 7.445e+43 8.90  8.90  2.452e+37 3.17e-05  9474 
diHPCARP_Ic.ptptppmmu 6.830e+43 8.85  8.85  2.446e+37 3.16e-05  9475 
diHPCARP_Ic.ppttmmtmu 1.080e+44 9.13  9.13  2.415e+37 3.12e-05  9476 
diHPCARP_Ic.mpptmppmu 7.697e+43 8.93  8.93  2.407e+37 3.11e-05  9477 
diHPCARP_Ic.mtppptppu 1.919e+44 9.47  9.47  2.405e+37 3.11e-05  9478 
diHPCARP_Ic.ttmtmpmmu 1.047e+44 9.12  9.12  2.383e+37 3.08e-05  9479 
diHPCARP_Ic.mttpmppmu 6.010e+43 8.80  8.80  2.324e+37 3.01e-05  9480 
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diHPCARP_Ic.ptppmptpu 6.803e+43 8.88  8.88  2.320e+37 3e-05     9481 
diHPCARP_Ic.mpptmmmpu 5.093e+43 8.71  8.71  2.298e+37 2.97e-05  9482 
diHPCARP_Ic.mpttmppmu 1.358e+44 9.30  9.30  2.286e+37 2.96e-05  9483 
diHPCARP_Ic.tpmtmmtmu 6.648e+43 8.87  8.87  2.282e+37 2.95e-05  9484 
diHPCARP_Ic.mtmmptpmu 3.526e+43 8.50  8.50  2.270e+37 2.94e-05  9485 
diHPCARP_Ic.mtppptmpu 1.832e+44 9.48  9.48  2.261e+37 2.92e-05  9486 
diHPCARP_Ic.tmpmmmtpu 6.559e+43 8.88  8.88  2.238e+37 2.89e-05  9487 
diHPCARP_Ic.tttmmmtpu 4.758e+43 8.69  8.69  2.227e+37 2.88e-05  9488 
diHPCARP_Ic.mmmmmmmmu 4.043e+44 9.98  9.98  2.167e+37 2.8e-05   9489 
diHPCARP_Ic.pmppppmpu 6.563e+43 8.90  8.90  2.142e+37 2.77e-05  9490 
diHPCARP_Ic.tmptpttmu 1.290e+45 10.69 10.69 2.102e+37 2.72e-05  9491 
diHPCARP_Ic.ttptptmmu 1.934e+44 9.56  9.56  2.086e+37 2.7e-05   9492 
diHPCARP_Ic.tpmtmttmu 2.055e+44 9.60  9.60  2.079e+37 2.69e-05  9493 
diHPCARP_Ic.tttpmtmmu 3.133e+44 9.86  9.86  2.063e+37 2.67e-05  9494 
diHPCARP_Ic.ttpmmtpmu 5.984e+43 8.87  8.87  2.057e+37 2.66e-05  9495 
diHPCARP_Ic.mpttmttpu 6.004e+44 10.25 10.25 2.041e+37 2.64e-05  9496 
diHPCARP_Ic.ptpmmptpu 4.969e+43 8.77  8.77  2.036e+37 2.63e-05  9497 
diHPCARP_Ic.mpmmppmpu 1.166e+43 7.91  7.91  2.008e+37 2.6e-05   9498 
diHPCARP_Ic.ttttmmpmu 4.632e+43 8.73  8.73  2.008e+37 2.6e-05   9499 
diHPCARP_Ic.mtppmppmu 2.694e+43 8.41  8.41  2.006e+37 2.59e-05  9500 
diHPCARP_Ic.tmpmmmtmu 1.043e+44 9.22  9.22  1.997e+37 2.58e-05  9501 
diHPCARP_Ic.mtppmttpu 2.376e+44 9.71  9.71  1.991e+37 2.58e-05  9502 
diHPCARP_Ic.ppmppmtmu 5.730e+43 8.87  8.87  1.987e+37 2.57e-05  9503 
diHPCARP_Ic.mptpppmpu 3.578e+43 8.59  8.59  1.969e+37 2.55e-05  9504 
diHPCARP_Ic.tmpmmttmu 1.258e+44 9.34  9.34  1.966e+37 2.54e-05  9505 
diHPCARP_Ic.tpmmptppu 6.099e+43 8.91  8.91  1.961e+37 2.54e-05  9506 
diHPCARP_Ic.mttpmtpmu 3.534e+43 8.59  8.59  1.939e+37 2.51e-05  9507 
diHPCARP_Ic.ppttptppu 4.211e+44 10.07 10.07 1.938e+37 2.51e-05  9508 
diHPCARP_Ic.mmptppmmu 1.751e+44 9.56  9.56  1.888e+37 2.44e-05  9509 
diHPCARP_Ic.pmmtptppu 3.323e+44 9.95  9.95  1.883e+37 2.44e-05  9510 
diHPCARP_Ic.ptppmmtpu 1.259e+44 9.38  9.38  1.850e+37 2.39e-05  9511 
diHPCARP_Ic.ttmpmpppu 1.460e+44 9.47  9.47  1.842e+37 2.38e-05  9512 
diHPCARP_Ic.tmttpttpu 3.800e+44 10.04 10.04 1.841e+37 2.38e-05  9513 
diHPCARP_Ic.tpmmmmppu 2.157e+43 8.33  8.33  1.835e+37 2.37e-05  9514 
diHPCARP_Ic.mtpppttpu 1.391e+44 9.45  9.45  1.818e+37 2.35e-05  9515 
diHPCARP_Ic.ttmmptppu 5.399e+43 8.89  8.89  1.816e+37 2.35e-05  9516 
diHPCARP_Ic.ptptptppu 6.150e+44 10.35 10.35 1.780e+37 2.3e-05   9517 
diHPCARP_Ic.ptptpttmu 9.719e+44 10.64 10.64 1.728e+37 2.24e-05  9518 
diHPCARP_Ic.tttmmpppu 4.085e+43 8.75  8.75  1.715e+37 2.22e-05  9519 
diHPCARP_Ic.tmpmmttpu 9.372e+43 9.26  9.26  1.676e+37 2.17e-05  9520 
diHPCARP_Ic.mpmpmtpmu 4.388e+43 8.81  8.81  1.669e+37 2.16e-05  9521 
diHPCARP_Ic.tpmtptppu 1.129e+44 9.38  9.38  1.661e+37 2.15e-05  9522 
diHPCARP_Ic.mmmtmpmpu 4.783e+44 10.26 10.26 1.613e+37 2.09e-05  9523 
diHPCARP_Ic.mmmtmmmmu 4.772e+44 10.26 10.26 1.611e+37 2.08e-05  9524 
diHPCARP_Ic.mmppmttmu 4.265e+44 10.20 10.20 1.591e+37 2.06e-05  9525 
diHPCARP_Ic.mtpmppppu 3.283e+43 8.67  8.67  1.590e+37 2.06e-05  9526 
diHPCARP_Ic.tptpptmpu 7.824e+43 9.20  9.20  1.562e+37 2.02e-05  9527 
diHPCARP_Ic.mpptpppmu 3.015e+43 8.63  8.63  1.552e+37 2.01e-05  9528 
diHPCARP_Ic.mtpmmpmpu 2.896e+43 8.62  8.62  1.528e+37 1.98e-05  9529 
diHPCARP_Ic.ptttpptmu 9.544e+43 9.33  9.33  1.522e+37 1.97e-05  9530 
diHPCARP_Ic.mtpppmtpu 1.564e+44 9.64  9.64  1.496e+37 1.93e-05  9531 
diHPCARP_Ic.mtpmpptpu 3.341e+43 8.72  8.72  1.474e+37 1.91e-05  9532 
diHPCARP_Ic.mmttmptpu 9.876e+44 10.74 10.74 1.472e+37 1.9e-05   9533 
diHPCARP_Ic.mptpmmtmu 2.187e+44 9.85  9.85  1.468e+37 1.9e-05   9534 
diHPCARP_Ic.pptpmmmpu 3.025e+43 8.67  8.67  1.468e+37 1.9e-05   9535 
diHPCARP_Ic.ptpmmtmmu 4.321e+43 8.88  8.88  1.459e+37 1.89e-05  9536 
diHPCARP_Ic.ptpmmttmu 7.454e+43 9.22  9.22  1.443e+37 1.87e-05  9537 
diHPCARP_Ic.mpmpmtmpu 1.709e+43 8.35  8.35  1.421e+37 1.84e-05  9538 
diHPCARP_Ic.ttptptppu 2.356e+44 9.93  9.93  1.374e+37 1.78e-05  9539 
diHPCARP_Ic.ppptmmppu 1.256e+44 9.56  9.56  1.355e+37 1.75e-05  9540 
diHPCARP_Ic.tmtmpptpu 2.200e+44 9.91  9.91  1.323e+37 1.71e-05  9541 
diHPCARP_Ic.ttppmtppu 1.589e+44 9.72  9.72  1.320e+37 1.71e-05  9542 
diHPCARP_Ic.pmptpmmmu 1.534e+44 9.71  9.71  1.292e+37 1.67e-05  9543 
diHPCARP_Ic.mmptptmmu 2.821e+44 10.08 10.08 1.290e+37 1.67e-05  9544 
diHPCARP_Ic.ttmtmttpu 7.945e+44 10.69 10.69 1.288e+37 1.67e-05  9545 
diHPCARP_Ic.ptppptmmu 1.641e+44 9.76  9.76  1.279e+37 1.65e-05  9546 
diHPCARP_Ic.mmptmtmpu 7.969e+43 9.33  9.33  1.262e+37 1.63e-05  9547 
diHPCARP_Ic.tpmmpttpu 3.183e+44 10.16 10.16 1.253e+37 1.62e-05  9548 
diHPCARP_Ic.pptpptmpu 6.657e+43 9.24  9.24  1.236e+37 1.6e-05   9549 
diHPCARP_Ic.tmptpttpu 8.364e+44 10.75 10.75 1.235e+37 1.6e-05   9550 
diHPCARP_Ic.mmppmttpu 2.918e+44 10.13 10.13 1.225e+37 1.58e-05  9551 
diHPCARP_Ic.tpmmmttpu 4.537e+44 10.40 10.40 1.206e+37 1.56e-05  9552 
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diHPCARP_Ic.tmppmttpu 1.671e+44 9.81  9.81  1.195e+37 1.55e-05  9553 
diHPCARP_Ic.ttttmttpu 4.459e+44 10.40 10.40 1.190e+37 1.54e-05  9554 
diHPCARP_Ic.ttppmtmmu 1.159e+44 9.60  9.60  1.179e+37 1.52e-05  9555 
diHPCARP_Ic.ptptmmppu 6.387e+43 9.25  9.25  1.157e+37 1.5e-05   9556 
diHPCARP_Ic.mmptmttmu 2.455e+45 11.44 11.44 1.137e+37 1.47e-05  9557 
diHPCARP_Ic.ttpmptpmu 6.055e+43 9.23  9.23  1.136e+37 1.47e-05  9558 
diHPCARP_Ic.ttmtmmppu 7.842e+43 9.40  9.40  1.121e+37 1.45e-05  9559 
diHPCARP_Ic.tmptptppu 5.689e+44 10.58 10.58 1.115e+37 1.44e-05  9560 
diHPCARP_Ic.mtptpttmu 2.217e+44 10.03 10.03 1.094e+37 1.41e-05  9561 
diHPCARP_Ic.mtpmpmpmu 4.376e+43 9.08  9.08  1.068e+37 1.38e-05  9562 
diHPCARP_Ic.mmppmptmu 3.635e+44 10.34 10.34 1.067e+37 1.38e-05  9563 
diHPCARP_Ic.mttmmtppu 1.176e+44 9.67  9.67  1.067e+37 1.38e-05  9564 
diHPCARP_Ic.ptmtpmpmu 2.543e+43 8.78  8.78  1.019e+37 1.32e-05  9565 
diHPCARP_Ic.tmttmttpu 5.307e+44 10.61 10.61 9.935e+36 1.29e-05  9566 
diHPCARP_Ic.mtpmmtpmu 2.384e+43 8.78  8.78  9.641e+36 1.25e-05  9567 
diHPCARP_Ic.ttppppmpu 9.990e+43 9.63  9.63  9.593e+36 1.24e-05  9568 
diHPCARP_Ic.ttptmtmmu 3.868e+44 10.45 10.45 9.392e+36 1.22e-05  9569 
diHPCARP_Ic.tpmpmtmmu 7.317e+43 9.46  9.46  9.355e+36 1.21e-05  9570 
diHPCARP_Ic.ppmpmmpmu 2.876e+43 8.91  8.91  9.340e+36 1.21e-05  9571 
diHPCARP_Ic.ttmmmttpu 2.681e+44 10.24 10.24 9.250e+36 1.2e-05   9572 
diHPCARP_Ic.mmmpmmppu 5.031e+43 9.25  9.25  9.229e+36 1.19e-05  9573 
diHPCARP_Ic.tptmppmpu 1.503e+44 9.91  9.91  9.118e+36 1.18e-05  9574 
diHPCARP_Ic.ptttppmmu 1.164e+44 9.76  9.76  8.984e+36 1.16e-05  9575 
diHPCARP_Ic.mptmmmtmu 1.499e+44 9.92  9.92  8.965e+36 1.16e-05  9576 
diHPCARP_Ic.pttpppmmu 1.178e+44 9.80  9.80  8.607e+36 1.11e-05  9577 
diHPCARP_Ic.ppmmmmppu 2.772e+43 8.94  8.94  8.525e+36 1.1e-05   9578 
diHPCARP_Ic.ptttpptpu 2.614e+44 10.28 10.28 8.453e+36 1.09e-05  9579 
diHPCARP_Ic.mtpppmppu 5.997e+43 9.41  9.41  8.384e+36 1.08e-05  9580 
diHPCARP_Ic.ttmtptppu 1.572e+44 9.98  9.98  8.375e+36 1.08e-05  9581 
diHPCARP_Ic.mpppmmtmu 3.432e+44 10.46 10.46 8.298e+36 1.07e-05  9582 
diHPCARP_Ic.mpptmtppu 1.960e+44 10.13 10.13 8.149e+36 1.05e-05  9583 
diHPCARP_Ic.tttpmmpmu 2.889e+43 8.99  8.99  8.092e+36 1.05e-05  9584 
diHPCARP_Ic.ttppmmmmu 5.898e+43 9.42  9.42  8.073e+36 1.04e-05  9585 
diHPCARP_Ic.mtppppppu 3.436e+43 9.11  9.11  7.901e+36 1.02e-05  9586 
diHPCARP_Ic.tpmppppmu 4.033e+43 9.21  9.21  7.877e+36 1.02e-05  9587 
diHPCARP_Ic.mptpmttpu 1.625e+44 10.04 10.04 7.864e+36 1.02e-05  9588 
diHPCARP_Ic.tppppmmpu 4.624e+43 9.30  9.30  7.764e+36 1e-05     9589 
diHPCARP_Ic.mpttmmmpu 1.089e+44 9.81  9.81  7.757e+36 1e-05     9590 
diHPCARP_Ic.ptttpmmmu 2.463e+44 10.32 10.32 7.420e+36 9.6e-06   9591 
diHPCARP_Ic.mtpppmmmu 6.234e+43 9.51  9.51  7.415e+36 9.59e-06  9592 
diHPCARP_Ic.ttpmppmpu 3.811e+43 9.22  9.22  7.370e+36 9.53e-06  9593 
diHPCARP_Ic.mtmtmppmu 3.265e+43 9.12  9.12  7.362e+36 9.52e-06  9594 
diHPCARP_Ic.mtppmpmpu 5.173e+43 9.40  9.40  7.360e+36 9.52e-06  9595 
diHPCARP_Ic.mtpppptpu 5.889e+43 9.48  9.48  7.317e+36 9.46e-06  9596 
diHPCARP_Ic.mptpmppmu 7.947e+43 9.67  9.67  7.202e+36 9.32e-06  9597 
diHPCARP_Ic.ppptptmmu 8.201e+43 9.69  9.69  7.167e+36 9.27e-06  9598 
diHPCARP_Ic.mtpmpptmu 3.404e+43 9.17  9.17  7.141e+36 9.24e-06  9599 
diHPCARP_Ic.ttttmpppu 1.010e+44 9.82  9.82  7.064e+36 9.14e-06  9600 
diHPCARP_Ic.mtmtmtpmu 1.203e+44 9.94  9.94  6.963e+36 9.01e-06  9601 
diHPCARP_Ic.mtptpptpu 2.399e+44 10.35 10.35 6.960e+36 9e-06     9602 
diHPCARP_Ic.ppmtmmpmu 4.025e+43 9.29  9.29  6.927e+36 8.96e-06  9603 
diHPCARP_Ic.mptmpmppu 4.244e+43 9.33  9.33  6.782e+36 8.77e-06  9604 
diHPCARP_Ic.pptpptpmu 6.600e+43 9.66  9.66  6.050e+36 7.83e-06  9605 
diHPCARP_Ic.mtptppmmu 9.213e+43 9.86  9.86  6.025e+36 7.79e-06  9606 
diHPCARP_Ic.mtppppmmu 3.607e+43 9.32  9.32  5.891e+36 7.62e-06  9607 
diHPCARP_Ic.tpmmmtmmu 1.026e+44 9.94  9.94  5.854e+36 7.57e-06  9608 
diHPCARP_Ic.mptmmmppu 4.676e+44 10.85 10.85 5.811e+36 7.52e-06  9609 
diHPCARP_Ic.tpmpptppu 1.547e+44 10.20 10.20 5.725e+36 7.41e-06  9610 
diHPCARP_Ic.ptptptmmu 3.268e+44 10.66 10.66 5.639e+36 7.29e-06  9611 
diHPCARP_Ic.mpmmmtmpu 2.377e+43 9.10  9.10  5.598e+36 7.24e-06  9612 
diHPCARP_Ic.tmpmpmtmu 1.529e+44 10.22 10.22 5.506e+36 7.12e-06  9613 
diHPCARP_Ic.ttmtptmmu 2.504e+44 10.54 10.54 5.282e+36 6.83e-06  9614 
diHPCARP_Ic.ttptmtppu 3.084e+44 10.67 10.67 5.215e+36 6.75e-06  9615 
diHPCARP_Ic.tmpmpmtpu 1.461e+44 10.23 10.23 5.123e+36 6.63e-06  9616 
diHPCARP_Ic.ppmmptppu 1.753e+43 8.97  8.97  5.093e+36 6.59e-06  9617 
diHPCARP_Ic.tpmmptmmu 7.042e+43 9.82  9.82  4.961e+36 6.42e-06  9618 
diHPCARP_Ic.mtpmmmpmu 3.147e+43 9.35  9.35  4.831e+36 6.25e-06  9619 
diHPCARP_Ic.mtptpttpu 2.361e+44 10.56 10.56 4.822e+36 6.24e-06  9620 
diHPCARP_Ic.mtptmttpu 4.039e+44 10.88 10.88 4.784e+36 6.19e-06  9621 
diHPCARP_Ic.ttptmpmmu 1.122e+44 10.12 10.12 4.766e+36 6.17e-06  9622 
diHPCARP_Ic.tttmmptmu 8.845e+43 9.98  9.98  4.731e+36 6.12e-06  9623 
diHPCARP_Ic.tpmppmpmu 4.305e+43 9.55  9.55  4.729e+36 6.12e-06  9624 
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diHPCARP_Ic.tmptmttmu 8.628e+44 11.34 11.34 4.714e+36 6.1e-06   9625 
diHPCARP_Ic.mmpmmttmu 6.558e+43 9.81  9.81  4.713e+36 6.1e-06   9626 
diHPCARP_Ic.tpmmmppmu 4.741e+43 9.62  9.62  4.677e+36 6.05e-06  9627 
diHPCARP_Ic.mpmtmppmu 9.756e+43 10.05 10.05 4.638e+36 6e-06     9628 
diHPCARP_Ic.mptmmmmmu 4.322e+44 10.96 10.96 4.471e+36 5.78e-06  9629 
diHPCARP_Ic.ttmtmtpmu 1.163e+44 10.19 10.19 4.421e+36 5.72e-06  9630 
diHPCARP_Ic.tmpppmmmu 3.004e+44 10.76 10.76 4.365e+36 5.65e-06  9631 
diHPCARP_Ic.tmpppptmu 1.886e+44 10.48 10.48 4.343e+36 5.62e-06  9632 
diHPCARP_Ic.mmppmpmmu 4.214e+44 10.98 10.98 4.247e+36 5.49e-06  9633 
diHPCARP_Ic.mtpmppmmu 2.518e+43 9.30  9.30  4.221e+36 5.46e-06  9634 
diHPCARP_Ic.mpttmmppu 3.816e+45 12.30 12.30 4.216e+36 5.45e-06  9635 
diHPCARP_Ic.tttmmpmmu 7.958e+43 9.99  9.99  4.177e+36 5.4e-06   9636 
diHPCARP_Ic.tmpppptpu 1.703e+44 10.45 10.45 4.172e+36 5.4e-06   9637 
diHPCARP_Ic.tttmmmmmu 2.090e+44 10.58 10.58 4.119e+36 5.33e-06  9638 
diHPCARP_Ic.mtmmmttpu 6.855e+44 11.29 11.29 4.096e+36 5.3e-06   9639 
diHPCARP_Ic.mtpmmttpu 7.378e+43 9.96  9.96  4.094e+36 5.3e-06   9640 
diHPCARP_Ic.mmmpmmmmu 6.194e+44 11.23 11.23 4.090e+36 5.29e-06  9641 
diHPCARP_Ic.ptmmpmpmu 2.132e+43 9.25  9.25  3.910e+36 5.06e-06  9642 
diHPCARP_Ic.ptpmmmppu 1.026e+44 10.19 10.19 3.904e+36 5.05e-06  9643 
diHPCARP_Ic.mpmtmtppu 5.094e+43 9.77  9.77  3.894e+36 5.04e-06  9644 
diHPCARP_Ic.tmttpptpu 4.823e+44 11.12 11.12 3.853e+36 4.98e-06  9645 
diHPCARP_Ic.pmmppttmu 2.016e+44 10.60 10.60 3.849e+36 4.98e-06  9646 
diHPCARP_Ic.mptmmmtpu 1.026e+45 11.57 11.57 3.843e+36 4.97e-06  9647 
diHPCARP_Ic.mptmpmmmu 9.930e+43 10.18 10.18 3.804e+36 4.92e-06  9648 
diHPCARP_Ic.mmptmptmu 1.337e+45 11.74 11.74 3.773e+36 4.88e-06  9649 
diHPCARP_Ic.tmpmmmmmu 7.247e+43 10.01 10.01 3.728e+36 4.82e-06  9650 
diHPCARP_Ic.ttttmptmu 1.427e+44 10.41 10.41 3.715e+36 4.81e-06  9651 
diHPCARP_Ic.mtpppptmu 7.869e+43 10.07 10.07 3.627e+36 4.69e-06  9652 
diHPCARP_Ic.ttmmptmmu 2.093e+44 10.67 10.67 3.554e+36 4.6e-06   9653 
diHPCARP_Ic.mpppmmtpu 3.038e+44 10.89 10.89 3.539e+36 4.58e-06  9654 
diHPCARP_Ic.ttmtptpmu 1.017e+44 10.24 10.24 3.534e+36 4.57e-06  9655 
diHPCARP_Ic.mmpmmtppu 5.176e+43 9.84  9.84  3.531e+36 4.57e-06  9656 
diHPCARP_Ic.pmptppmpu 1.098e+44 10.30 10.30 3.452e+36 4.47e-06  9657 
diHPCARP_Ic.tmmtpptmu 1.309e+44 10.41 10.41 3.410e+36 4.41e-06  9658 
diHPCARP_Ic.mtmtmttpu 9.376e+44 11.60 11.60 3.326e+36 4.3e-06   9659 
diHPCARP_Ic.mtptpptmu 1.960e+44 10.69 10.69 3.223e+36 4.17e-06  9660 
diHPCARP_Ic.tmpmpttmu 8.977e+43 10.22 10.22 3.214e+36 4.16e-06  9661 
diHPCARP_Ic.tmpmmtmmu 1.312e+44 10.45 10.45 3.209e+36 4.15e-06  9662 
diHPCARP_Ic.ttpppppmu 9.697e+43 10.28 10.28 3.131e+36 4.05e-06  9663 
diHPCARP_Ic.mtptptmpu 1.563e+44 10.57 10.57 3.120e+36 4.04e-06  9664 
diHPCARP_Ic.tmptmttpu 5.389e+44 11.31 11.31 3.119e+36 4.03e-06  9665 
diHPCARP_Ic.pptmmmmmu 7.900e+43 10.17 10.17 3.097e+36 4.01e-06  9666 
diHPCARP_Ic.tpmppmmpu 3.661e+43 9.72  9.72  3.041e+36 3.93e-06  9667 
diHPCARP_Ic.mtmmmppmu 3.724e+43 9.74  9.74  2.991e+36 3.87e-06  9668 
diHPCARP_Ic.mptpmmmpu 9.902e+43 10.33 10.33 2.957e+36 3.83e-06  9669 
diHPCARP_Ic.tptppmppu 4.254e+43 9.84  9.84  2.907e+36 3.76e-06  9670 
diHPCARP_Ic.mppmmmppu 1.593e+44 10.63 10.63 2.853e+36 3.69e-06  9671 
diHPCARP_Ic.tmppmtmmu 1.760e+44 10.72 10.72 2.720e+36 3.52e-06  9672 
diHPCARP_Ic.tmppptmmu 1.839e+44 10.75 10.75 2.696e+36 3.49e-06  9673 
diHPCARP_Ic.mmpmmttpu 6.205e+43 10.11 10.11 2.685e+36 3.47e-06  9674 
diHPCARP_Ic.mmppmtmmu 1.606e+44 10.72 10.72 2.510e+36 3.25e-06  9675 
diHPCARP_Ic.tpptpmmpu 4.560e+43 9.99  9.99  2.397e+36 3.1e-06   9676 
diHPCARP_Ic.mtmmmtpmu 5.518e+43 10.13 10.13 2.293e+36 2.97e-06  9677 
diHPCARP_Ic.mpttmmtmu 2.270e+44 11.00 11.00 2.219e+36 2.87e-06  9678 
diHPCARP_Ic.mttpmttmu 2.933e+44 11.15 11.15 2.211e+36 2.86e-06  9679 
diHPCARP_Ic.tmppppmmu 2.582e+44 11.11 11.11 2.079e+36 2.69e-06  9680 
diHPCARP_Ic.pmppmmmmu 2.407e+44 11.10 11.10 1.965e+36 2.54e-06  9681 
diHPCARP_Ic.tppppmtmu 3.365e+44 11.30 11.30 1.963e+36 2.54e-06  9682 
diHPCARP_Ic.ppppmmmmu 3.672e+43 9.99  9.99  1.938e+36 2.51e-06  9683 
diHPCARP_Ic.ttttmpmmu 1.424e+44 10.80 10.80 1.922e+36 2.49e-06  9684 
diHPCARP_Ic.mttmmttmu 3.001e+44 11.27 11.27 1.847e+36 2.39e-06  9685 
diHPCARP_Ic.ttmmptpmu 3.954e+43 10.07 10.07 1.839e+36 2.38e-06  9686 
diHPCARP_Ic.ptpmppmmu 5.494e+43 10.27 10.27 1.821e+36 2.36e-06  9687 
diHPCARP_Ic.mtttmtppu 5.146e+44 11.61 11.61 1.794e+36 2.32e-06  9688 
diHPCARP_Ic.ttmmmtmmu 2.276e+44 11.13 11.13 1.779e+36 2.3e-06   9689 
diHPCARP_Ic.ttmmmtpmu 3.908e+43 10.09 10.09 1.733e+36 2.24e-06  9690 
diHPCARP_Ic.mptmpmtpu 1.091e+44 10.71 10.71 1.730e+36 2.24e-06  9691 
diHPCARP_Ic.ttmtmmpmu 6.045e+43 10.36 10.36 1.713e+36 2.22e-06  9692 
diHPCARP_Ic.mtpmpttmu 7.426e+43 10.50 10.50 1.672e+36 2.16e-06  9693 
diHPCARP_Ic.tmpmpttpu 9.289e+43 10.64 10.64 1.639e+36 2.12e-06  9694 
diHPCARP_Ic.tptmpmmpu 1.123e+44 10.76 10.76 1.629e+36 2.11e-06  9695 
diHPCARP_Ic.tmpmptmpu 1.400e+44 10.89 10.89 1.623e+36 2.1e-06   9696 
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diHPCARP_Ic.tppppmtpu 3.299e+44 11.42 11.42 1.593e+36 2.06e-06  9697 
diHPCARP_Ic.tttpmpmmu 3.063e+44 11.38 11.38 1.583e+36 2.05e-06  9698 
diHPCARP_Ic.mpttpmppu 1.138e+44 10.79 10.79 1.570e+36 2.03e-06  9699 
diHPCARP_Ic.ttmtppppu 9.321e+43 10.67 10.67 1.567e+36 2.03e-06  9700 
diHPCARP_Ic.ppppptppu 1.447e+44 10.94 10.94 1.545e+36 2e-06     9701 
diHPCARP_Ic.tmpmmtmpu 7.773e+43 10.57 10.57 1.542e+36 1.99e-06  9702 
diHPCARP_Ic.tpttppmpu 2.245e+44 11.21 11.21 1.532e+36 1.98e-06  9703 
diHPCARP_Ic.tmpmmmmpu 5.260e+43 10.35 10.35 1.519e+36 1.96e-06  9704 
diHPCARP_Ic.mtppmtppu 1.102e+44 10.82 10.82 1.455e+36 1.88e-06  9705 
diHPCARP_Ic.mpmtpppmu 3.353e+43 10.12 10.12 1.422e+36 1.84e-06  9706 
diHPCARP_Ic.mppppptpu 8.474e+43 10.68 10.68 1.412e+36 1.83e-06  9707 
diHPCARP_Ic.ppttmppmu 1.855e+44 11.16 11.16 1.387e+36 1.79e-06  9708 
diHPCARP_Ic.ttptpppmu 1.227e+44 10.92 10.92 1.365e+36 1.77e-06  9709 
diHPCARP_Ic.mppmmmtmu 6.931e+44 11.95 11.95 1.361e+36 1.76e-06  9710 
diHPCARP_Ic.ttttmmmmu 2.766e+44 11.43 11.43 1.306e+36 1.69e-06  9711 
diHPCARP_Ic.tmptpptmu 4.534e+44 11.74 11.74 1.280e+36 1.66e-06  9712 
diHPCARP_Ic.mtpmptppu 5.151e+43 10.44 10.44 1.274e+36 1.65e-06  9713 
diHPCARP_Ic.pmmpmttpu 3.958e+43 10.32 10.32 1.208e+36 1.56e-06  9714 
diHPCARP_Ic.ttpmmmtpu 8.610e+43 10.79 10.79 1.184e+36 1.53e-06  9715 
diHPCARP_Ic.mpmmmtpmu 8.184e+43 10.76 10.76 1.179e+36 1.53e-06  9716 
diHPCARP_Ic.mmpmmtmmu 6.236e+43 10.61 10.61 1.167e+36 1.51e-06  9717 
diHPCARP_Ic.ttpmpptpu 6.216e+43 10.64 10.64 1.111e+36 1.44e-06  9718 
diHPCARP_Ic.ttttmptpu 2.481e+44 11.48 11.48 1.073e+36 1.39e-06  9719 
diHPCARP_Ic.mtpmpttpu 6.356e+43 10.67 10.67 1.065e+36 1.38e-06  9720 
diHPCARP_Ic.pptpmppmu 2.623e+44 11.52 11.52 1.064e+36 1.38e-06  9721 
diHPCARP_Ic.mptpmmmmu 1.040e+45 12.35 12.35 1.056e+36 1.37e-06  9722 
diHPCARP_Ic.tptppmtmu 1.667e+44 11.26 11.26 1.054e+36 1.36e-06  9723 
diHPCARP_Ic.mtttmttmu 5.354e+44 11.95 11.95 1.049e+36 1.36e-06  9724 
diHPCARP_Ic.ttpmpppmu 3.745e+43 10.38 10.38 1.023e+36 1.32e-06  9725 
diHPCARP_Ic.mpmmpppmu 1.094e+43 9.66  9.66  1.001e+36 1.29e-06  9726 
diHPCARP_Ic.tppmppmpu 1.443e+44 11.21 11.21 9.865e+35 1.28e-06  9727 
diHPCARP_Ic.mtmtmttmu 6.222e+44 12.09 12.09 9.772e+35 1.26e-06  9728 
diHPCARP_Ic.mtptmttmu 6.905e+44 12.15 12.15 9.738e+35 1.26e-06  9729 
diHPCARP_Ic.tmptpptpu 4.907e+44 11.96 11.96 9.547e+35 1.24e-06  9730 
diHPCARP_Ic.tmptppmmu 1.119e+45 12.46 12.46 9.438e+35 1.22e-06  9731 
diHPCARP_Ic.tmpmpmmmu 2.173e+44 11.49 11.49 9.259e+35 1.2e-06   9732 
diHPCARP_Ic.mpmtmttmu 9.635e+43 11.01 11.01 9.169e+35 1.19e-06  9733 
diHPCARP_Ic.ttmmppmmu 1.275e+44 11.19 11.19 8.966e+35 1.16e-06  9734 
diHPCARP_Ic.tpmpmmmmu 4.590e+43 10.59 10.59 8.862e+35 1.15e-06  9735 
diHPCARP_Ic.ttmtppmmu 1.988e+44 11.50 11.50 8.315e+35 1.08e-06  9736 
diHPCARP_Ic.mppppmmmu 4.835e+43 10.68 10.68 7.991e+35 1.03e-06  9737 
diHPCARP_Ic.mpttpmmmu 1.782e+44 11.47 11.47 7.886e+35 1.02e-06  9738 
diHPCARP_Ic.mpmmpptmu 2.033e+43 10.18 10.18 7.746e+35 1e-06     9739 
diHPCARP_Ic.ttpppptpu 2.687e+44 11.72 11.72 7.729e+35 1e-06     9740 
diHPCARP_Ic.mpptmmtmu 4.605e+44 12.07 12.07 7.378e+35 9.54e-07  9741 
diHPCARP_Ic.tptmppmmu 2.448e+44 11.73 11.73 7.007e+35 9.06e-07  9742 
diHPCARP_Ic.tptmpmtmu 3.311e+44 11.91 11.91 7.005e+35 9.06e-07  9743 
diHPCARP_Ic.mtpmptmmu 3.952e+43 10.66 10.66 6.803e+35 8.8e-07   9744 
diHPCARP_Ic.tmptmtmmu 5.411e+44 12.23 12.23 6.701e+35 8.67e-07  9745 
diHPCARP_Ic.mtttmptmu 4.158e+44 12.13 12.13 6.053e+35 7.83e-07  9746 
diHPCARP_Ic.tmpmptmmu 8.843e+43 11.21 11.21 6.042e+35 7.82e-07  9747 
diHPCARP_Ic.ppttmmmmu 1.295e+44 11.44 11.44 6.041e+35 7.81e-07  9748 
diHPCARP_Ic.tmptptmmu 6.028e+44 12.37 12.37 5.915e+35 7.65e-07  9749 
diHPCARP_Ic.tpmmpmmpu 5.055e+43 10.91 10.91 5.671e+35 7.34e-07  9750 
diHPCARP_Ic.mpttmmmmu 4.968e+44 12.28 12.28 5.612e+35 7.26e-07  9751 
diHPCARP_Ic.tppmpmtmu 4.124e+44 12.17 12.17 5.580e+35 7.22e-07  9752 
diHPCARP_Ic.mttpmtmmu 8.171e+44 12.60 12.60 5.375e+35 6.95e-07  9753 
diHPCARP_Ic.tmmtpmtpu 6.687e+44 12.50 12.50 5.233e+35 6.77e-07  9754 
diHPCARP_Ic.mpmppmtmu 4.377e+43 10.91 10.91 4.905e+35 6.35e-07  9755 
diHPCARP_Ic.ppmpptmmu 6.607e+43 11.16 11.16 4.873e+35 6.3e-07   9756 
diHPCARP_Ic.ppmpmmppu 3.210e+43 10.74 10.74 4.787e+35 6.19e-07  9757 
diHPCARP_Ic.ttmmmmpmu 2.201e+43 10.52 10.52 4.755e+35 6.15e-07  9758 
diHPCARP_Ic.ttpmmpmmu 7.275e+43 11.24 11.24 4.725e+35 6.11e-07  9759 
diHPCARP_Ic.tptpppmpu 1.474e+44 11.67 11.67 4.639e+35 6e-07     9760 
diHPCARP_Ic.mtptmtppu 1.691e+44 11.76 11.76 4.604e+35 5.96e-07  9761 
diHPCARP_Ic.mptppmmmu 9.902e+43 11.46 11.46 4.417e+35 5.71e-07  9762 
diHPCARP_Ic.ppptmmmmu 4.875e+43 11.08 11.08 4.128e+35 5.34e-07  9763 
diHPCARP_Ic.mtmpmttmu 9.015e+43 11.46 11.46 4.059e+35 5.25e-07  9764 
diHPCARP_Ic.pptpmmmmu 8.556e+43 11.43 11.43 4.007e+35 5.18e-07  9765 
diHPCARP_Ic.mttmmtmmu 2.241e+44 12.06 12.06 3.683e+35 4.76e-07  9766 
diHPCARP_Ic.ppmppmmmu 2.785e+43 10.84 10.84 3.529e+35 4.57e-07  9767 
diHPCARP_Ic.tpmmpmtmu 5.157e+43 11.21 11.21 3.526e+35 4.56e-07  9768 
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diHPCARP_Ic.ttptpptpu 3.153e+44 12.31 12.31 3.394e+35 4.39e-07  9769 
diHPCARP_Ic.mpptpptpu 1.185e+44 11.73 11.73 3.355e+35 4.34e-07  9770 
diHPCARP_Ic.mpppmmmmu 1.741e+44 11.99 11.99 3.227e+35 4.17e-07  9771 
diHPCARP_Ic.mtttmtmmu 8.318e+44 12.94 12.94 3.090e+35 4e-07     9772 
diHPCARP_Ic.mptmpptmu 8.364e+43 11.64 11.64 2.790e+35 3.61e-07  9773 
diHPCARP_Ic.ppptptppu 1.315e+44 11.92 11.92 2.712e+35 3.51e-07  9774 
diHPCARP_Ic.mpttmmtpu 1.096e+45 13.20 13.20 2.659e+35 3.44e-07  9775 
diHPCARP_Ic.mpttpmtpu 3.936e+44 12.62 12.62 2.525e+35 3.27e-07  9776 
diHPCARP_Ic.tmmmpmtpu 1.463e+44 12.10 12.10 2.233e+35 2.89e-07  9777 
diHPCARP_Ic.tpttpmmpu 1.283e+44 12.03 12.03 2.216e+35 2.87e-07  9778 
diHPCARP_Ic.tpttppmmu 5.692e+44 12.93 12.93 2.156e+35 2.79e-07  9779 
diHPCARP_Ic.pmptmmmmu 2.597e+44 12.47 12.47 2.140e+35 2.77e-07  9780 
diHPCARP_Ic.mpmtmttpu 3.865e+44 12.72 12.72 2.100e+35 2.72e-07  9781 
diHPCARP_Ic.mtttmttpu 4.169e+44 12.79 12.79 2.005e+35 2.59e-07  9782 
diHPCARP_Ic.tmmmppmmu 1.903e+44 12.33 12.33 1.990e+35 2.57e-07  9783 
diHPCARP_Ic.mtptmtmmu 2.145e+44 12.41 12.41 1.944e+35 2.51e-07  9784 
diHPCARP_Ic.tmmtppmmu 3.137e+44 12.72 12.72 1.690e+35 2.19e-07  9785 
diHPCARP_Ic.mpmpmmmpu 2.423e+43 11.21 11.21 1.660e+35 2.15e-07  9786 
diHPCARP_Ic.pmmpptmmu 7.678e+43 11.90 11.90 1.648e+35 2.13e-07  9787 
diHPCARP_Ic.tpmmpppmu 1.178e+44 12.16 12.16 1.638e+35 2.12e-07  9788 
diHPCARP_Ic.ttpmptmmu 1.309e+44 12.25 12.25 1.562e+35 2.02e-07  9789 
diHPCARP_Ic.tpttpmppu 4.773e+44 13.04 13.04 1.519e+35 1.96e-07  9790 
diHPCARP_Ic.mpmpmtmmu 2.823e+43 11.36 11.36 1.494e+35 1.93e-07  9791 
diHPCARP_Ic.mtpmmptpu 5.942e+43 11.81 11.81 1.476e+35 1.91e-07  9792 
diHPCARP_Ic.mppmpmtmu 7.897e+43 11.99 11.99 1.446e+35 1.87e-07  9793 
diHPCARP_Ic.mtpmmmtpu 1.987e+44 12.60 12.60 1.314e+35 1.7e-07   9794 
diHPCARP_Ic.mtttmpmmu 4.691e+44 13.12 13.12 1.290e+35 1.67e-07  9795 
diHPCARP_Ic.tpttpmtmu 1.991e+44 12.63 12.63 1.250e+35 1.62e-07  9796 
diHPCARP_Ic.mtmpmtppu 7.371e+43 12.05 12.05 1.225e+35 1.58e-07  9797 
diHPCARP_Ic.mmpmmmppu 6.623e+43 11.99 11.99 1.215e+35 1.57e-07  9798 
diHPCARP_Ic.mpttpptmu 1.675e+44 12.61 12.61 1.082e+35 1.4e-07   9799 
diHPCARP_Ic.tptppmmpu 1.114e+44 12.39 12.39 1.052e+35 1.36e-07  9800 
diHPCARP_Ic.tpmppmtmu 9.492e+43 12.32 12.32 1.006e+35 1.3e-07   9801 
diHPCARP_Ic.ppmmmmmmu 1.850e+43 11.35 11.35 9.971e+34 1.29e-07  9802 
diHPCARP_Ic.mpptpmmmu 4.823e+43 11.95 11.95 9.433e+34 1.22e-07  9803 
diHPCARP_Ic.ppmpmmmmu 4.365e+43 12.08 12.08 6.933e+34 8.97e-08  9804 
diHPCARP_Ic.ppmtmmmmu 1.926e+44 12.97 12.97 6.870e+34 8.89e-08  9805 
diHPCARP_Ic.mtttmptpu 3.184e+44 13.31 13.31 6.461e+34 8.36e-08  9806 
diHPCARP_Ic.mtmtmtmmu 1.101e+45 14.06 14.06 6.333e+34 8.19e-08  9807 
diHPCARP_Ic.mpmtmmppu 4.828e+43 12.22 12.22 6.030e+34 7.8e-08   9808 
diHPCARP_Ic.ppmmpmmmu 2.799e+43 11.90 11.90 5.970e+34 7.72e-08  9809 
diHPCARP_Ic.mpmmmttpu 1.455e+44 12.91 12.91 5.779e+34 7.48e-08  9810 
diHPCARP_Ic.mmpmmmtmu 4.056e+44 13.55 13.55 5.487e+34 7.1e-08   9811 
diHPCARP_Ic.mpmmmmmpu 3.046e+43 12.01 12.01 5.438e+34 7.03e-08  9812 
diHPCARP_Ic.mmpmmmtpu 2.316e+44 13.22 13.22 5.399e+34 6.98e-08  9813 
diHPCARP_Ic.mpmmmtmmu 4.700e+43 12.27 12.27 5.395e+34 6.98e-08  9814 
diHPCARP_Ic.mtptmptpu 5.180e+44 13.84 13.84 4.304e+34 5.57e-08  9815 
diHPCARP_Ic.mpptmmmmu 1.506e+44 13.16 13.16 3.919e+34 5.07e-08  9816 
diHPCARP_Ic.mpmmmmppu 8.013e+43 12.83 12.83 3.616e+34 4.68e-08  9817 
diHPCARP_Ic.mpmtpmppu 1.439e+44 13.28 13.28 3.051e+34 3.95e-08  9818 
diHPCARP_Ic.mtppmptpu 1.500e+44 13.35 13.35 2.802e+34 3.62e-08  9819 
diHPCARP_Ic.mpmmmtppu 4.450e+43 12.73 12.73 2.359e+34 3.05e-08  9820 
diHPCARP_Ic.mpmtpmtpu 5.362e+44 14.25 14.25 2.219e+34 2.87e-08  9821 
diHPCARP_Ic.ttppppmmu 1.556e+44 13.66 13.66 1.729e+34 2.24e-08  9822 
diHPCARP_Ic.ttpmppmmu 8.987e+43 13.38 13.38 1.599e+34 2.07e-08  9823 
diHPCARP_Ic.ttptmmmmu 3.889e+44 14.34 14.34 1.400e+34 1.81e-08  9824 
diHPCARP_Ic.tpptpmmmu 2.720e+44 14.15 14.15 1.340e+34 1.73e-08  9825 
diHPCARP_Ic.mpmtpmmmu 1.444e+44 14.01 14.01 9.045e+33 1.17e-08  9826 
diHPCARP_Ic.tpmtpmtmu 5.361e+44 14.79 14.79 8.949e+33 1.16e-08  9827 
diHPCARP_Ic.ttpmmmmmu 9.883e+43 13.81 13.81 8.539e+33 1.1e-08   9828 
diHPCARP_Ic.mpmmpmmmu 2.679e+43 13.20 13.20 6.498e+33 8.41e-09  9829 
diHPCARP_Ic.mptppptpu 1.755e+44 14.37 14.37 5.979e+33 7.73e-09  9830 
diHPCARP_Ic.ppmppmppu 4.561e+43 13.59 13.59 5.709e+33 7.39e-09  9831 
diHPCARP_Ic.mmpmmmmmu 1.031e+44 14.19 14.19 4.774e+33 6.18e-09  9832 
diHPCARP_Ic.mpmtmmmpu 3.531e+44 14.95 14.95 4.542e+33 5.88e-09  9833 
diHPCARP_Ic.mtppmtmmu 2.105e+44 14.67 14.67 4.344e+33 5.62e-09  9834 
diHPCARP_Ic.tpmtpmppu 2.052e+44 14.78 14.78 3.519e+33 4.55e-09  9835 
diHPCARP_Ic.tpmppmmmu 7.591e+43 14.31 14.31 2.845e+33 3.68e-09  9836 
diHPCARP_Ic.mmpmmmmpu 1.037e+44 14.51 14.51 2.768e+33 3.58e-09  9837 
diHPCARP_Ic.mtppmpmmu 1.508e+44 15.41 15.41 8.932e+32 1.16e-09  9838 
diHPCARP_Ic.mtpmmpmmu 7.621e+43 15.19 15.19 6.579e+32 8.51e-10  9839 
Total                                       7.730e+43 100       9840 
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 9841 
 9842 
 9843 
1,4-aldehyde-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-9844 
Ia) 9845 
======================================================================================9846 
= 9847 
 9848 
Population analysis at 300K. Vibrational scaling: 0.971.  9849 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 9850 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 9851 
%: contribution to the population (with current data set assumed 100%) 9852 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         9853 
--------------------------------------------------------------------------- 9854 
TS.diHPCARP_I.14aldHshift.ttmmmpu 4.227e+42 0.00  0.00  4.227e+42 56.8      9855 
TS.diHPCARP_I.14aldHshift.tppppmu 1.057e+43 1.36  1.36  1.085e+42 14.6      9856 
TS.diHPCARP_I.14aldHshift.tptmmpu 5.632e+42 1.50  1.50  4.576e+41 6.15      9857 
TS.diHPCARP_I.14aldHshift.mmpmmpu 6.175e+42 1.99  1.99  2.199e+41 2.95      9858 
TS.diHPCARP_I.14aldHshift.tpptpmu 1.078e+43 2.45  2.45  1.764e+41 2.37      9859 
TS.diHPCARP_I.14aldHshift.mtmmmpu 8.907e+42 2.35  2.35  1.733e+41 2.33      9860 
TS.diHPCARP_I.14aldHshift.tmmppmu 1.564e+43 2.80  2.80  1.416e+41 1.9       9861 
TS.diHPCARP_I.14aldHshift.mpmpppu 5.248e+43 3.59  3.59  1.265e+41 1.7       9862 
TS.diHPCARP_I.14aldHshift.tpmmmpu 1.435e+43 3.01  3.01  9.141e+40 1.23      9863 
TS.diHPCARP_I.14aldHshift.tmmmmpu 1.504e+43 3.29  3.29  6.016e+40 0.808     9864 
TS.diHPCARP_I.14aldHshift.tpppmpu 1.002e+43 3.08  3.08  5.730e+40 0.77      9865 
TS.diHPCARP_I.14aldHshift.ttpmmpu 1.423e+43 3.42  3.42  4.585e+40 0.616     9866 
TS.diHPCARP_I.14aldHshift.mmmmmpu 7.872e+42 3.20  3.20  3.677e+40 0.494     9867 
TS.diHPCARP_I.14aldHshift.tpptppu 1.800e+43 3.71  3.71  3.551e+40 0.477     9868 
TS.diHPCARP_I.14aldHshift.mmpmpmu 7.807e+42 3.26  3.26  3.311e+40 0.445     9869 
TS.diHPCARP_I.14aldHshift.ttmmmmu 1.333e+43 3.59  3.59  3.242e+40 0.435     9870 
TS.diHPCARP_I.14aldHshift.ttpppmu 2.630e+43 4.04  4.04  2.998e+40 0.403     9871 
TS.diHPCARP_I.14aldHshift.ttmppmu 2.133e+43 3.98  3.98  2.698e+40 0.362     9872 
TS.diHPCARP_I.14aldHshift.tpmpmpu 1.153e+43 3.80  3.80  1.956e+40 0.263     9873 
TS.diHPCARP_I.14aldHshift.ppmppmu 6.638e+42 3.49  3.49  1.903e+40 0.256     9874 
TS.diHPCARP_I.14aldHshift.ttmtppu 7.310e+43 4.96  4.96  1.791e+40 0.241     9875 
TS.diHPCARP_I.14aldHshift.mtmtmpu 2.073e+43 4.26  4.26  1.633e+40 0.219     9876 
TS.diHPCARP_I.14aldHshift.tmpmmpu 6.358e+42 3.60  3.60  1.522e+40 0.204     9877 
TS.diHPCARP_I.14aldHshift.mmppppu 3.310e+43 4.59  4.59  1.503e+40 0.202     9878 
TS.diHPCARP_I.14aldHshift.ttmtmpu 2.743e+43 4.55  4.55  1.325e+40 0.178     9879 
TS.diHPCARP_I.14aldHshift.tpmmtmu 8.290e+42 3.86  3.86  1.280e+40 0.172     9880 
TS.diHPCARP_I.14aldHshift.pmtppmu 1.080e+43 4.03  4.03  1.251e+40 0.168     9881 
TS.diHPCARP_I.14aldHshift.ttmpmpu 2.029e+43 4.51  4.51  1.055e+40 0.142     9882 
TS.diHPCARP_I.14aldHshift.mpptpmu 1.162e+43 4.21  4.21  9.986e+39 0.134     9883 
TS.diHPCARP_I.14aldHshift.mtmmpmu 2.451e+43 4.66  4.66  9.860e+39 0.132     9884 
TS.diHPCARP_I.14aldHshift.tpttmpu 1.481e+43 4.42  4.42  8.964e+39 0.12      9885 
TS.diHPCARP_I.14aldHshift.tpptmmu 7.963e+43 5.46  5.46  8.344e+39 0.112     9886 
TS.diHPCARP_I.14aldHshift.mptmmpu 8.704e+42 4.16  4.16  8.162e+39 0.11      9887 
TS.diHPCARP_I.14aldHshift.mtpmmpu 2.486e+43 4.79  4.79  8.003e+39 0.108     9888 
TS.diHPCARP_I.14aldHshift.mtppppu 1.798e+44 5.99  5.99  7.720e+39 0.104     9889 
TS.diHPCARP_I.14aldHshift.ttmtmmu 6.104e+43 5.35  5.35  7.694e+39 0.103     9890 
TS.diHPCARP_I.14aldHshift.mpmmmpu 1.084e+43 4.39  4.39  6.834e+39 0.0918    9891 
TS.diHPCARP_I.14aldHshift.ttppmpu 1.903e+43 4.75  4.75  6.570e+39 0.0883    9892 
TS.diHPCARP_I.14aldHshift.tmpmtmu 6.956e+42 4.20  4.20  6.038e+39 0.0811    9893 
TS.diHPCARP_I.14aldHshift.tmmpmpu 1.791e+43 4.77  4.77  6.014e+39 0.0808    9894 
TS.diHPCARP_I.14aldHshift.mpmptmu 5.485e+43 5.46  5.46  5.820e+39 0.0782    9895 
TS.diHPCARP_I.14aldHshift.pmtmmpu 1.919e+43 4.83  4.83  5.788e+39 0.0777    9896 
TS.diHPCARP_I.14aldHshift.tptmtmu 2.699e+43 5.07  5.07  5.489e+39 0.0737    9897 
TS.diHPCARP_I.14aldHshift.pmttpmu 2.076e+43 4.93  4.93  5.322e+39 0.0715    9898 
TS.diHPCARP_I.14aldHshift.mtmpppu 2.250e+44 6.42  6.42  4.700e+39 0.0631    9899 
TS.diHPCARP_I.14aldHshift.mtmtppu 6.135e+43 5.69  5.69  4.417e+39 0.0593    9900 
TS.diHPCARP_I.14aldHshift.mpttmpu 3.423e+43 5.37  5.37  4.158e+39 0.0559    9901 
TS.diHPCARP_I.14aldHshift.ptmmmpu 1.686e+43 4.95  4.95  4.145e+39 0.0557    9902 
TS.diHPCARP_I.14aldHshift.ttmmpmu 1.350e+43 4.92  4.92  3.543e+39 0.0476    9903 
TS.diHPCARP_I.14aldHshift.mptmpmu 8.453e+42 4.71  4.71  3.145e+39 0.0422    9904 
TS.diHPCARP_I.14aldHshift.mpmptpu 8.106e+43 6.06  6.06  3.128e+39 0.042     9905 
TS.diHPCARP_I.14aldHshift.mtmtmmu 4.439e+43 5.71  5.71  3.055e+39 0.041     9906 
TS.diHPCARP_I.14aldHshift.mtpmpmu 2.486e+43 5.40  5.40  2.897e+39 0.0389    9907 
TS.diHPCARP_I.14aldHshift.mmptpmu 1.404e+43 5.09  5.09  2.746e+39 0.0369    9908 
TS.diHPCARP_I.14aldHshift.mppppmu 3.232e+43 5.59  5.59  2.738e+39 0.0368    9909 
TS.diHPCARP_I.14aldHshift.ppptpmu 1.922e+43 5.30  5.30  2.655e+39 0.0357    9910 
TS.diHPCARP_I.14aldHshift.mtptmpu 4.067e+43 5.75  5.75  2.642e+39 0.0355    9911 
TS.diHPCARP_I.14aldHshift.ttpmtmu 2.154e+43 5.40  5.40  2.521e+39 0.0339    9912 
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TS.diHPCARP_I.14aldHshift.mtptpmu 1.023e+44 6.34  6.34  2.461e+39 0.0331    9913 
TS.diHPCARP_I.14aldHshift.mpmmmtu 1.118e+43 5.06  5.06  2.318e+39 0.0311    9914 
TS.diHPCARP_I.14aldHshift.pmttmpu 5.963e+43 6.07  6.07  2.243e+39 0.0301    9915 
TS.diHPCARP_I.14aldHshift.tpmmtpu 2.996e+43 5.68  5.68  2.181e+39 0.0293    9916 
TS.diHPCARP_I.14aldHshift.mpmtpmu 1.851e+43 5.42  5.42  2.090e+39 0.0281    9917 
TS.diHPCARP_I.14aldHshift.ptmmmmu 2.774e+43 5.71  5.71  1.929e+39 0.0259    9918 
TS.diHPCARP_I.14aldHshift.tttmttu 5.083e+44 7.45  7.45  1.908e+39 0.0256    9919 
TS.diHPCARP_I.14aldHshift.mpmtmpu 1.014e+44 6.49  6.49  1.896e+39 0.0255    9920 
TS.diHPCARP_I.14aldHshift.tpttpmu 5.300e+43 6.12  6.12  1.834e+39 0.0246    9921 
TS.diHPCARP_I.14aldHshift.mmmmpmu 9.548e+42 5.13  5.13  1.753e+39 0.0235    9922 
TS.diHPCARP_I.14aldHshift.mmpptmu 3.924e+43 6.02  6.02  1.612e+39 0.0217    9923 
TS.diHPCARP_I.14aldHshift.mpmtmmu 1.078e+44 6.63  6.63  1.608e+39 0.0216    9924 
TS.diHPCARP_I.14aldHshift.tptmpmu 1.834e+43 5.57  5.57  1.600e+39 0.0215    9925 
TS.diHPCARP_I.14aldHshift.ppmmmpu 9.341e+42 5.22  5.22  1.470e+39 0.0197    9926 
TS.diHPCARP_I.14aldHshift.tmmtmmu 1.133e+44 6.79  6.79  1.280e+39 0.0172    9927 
TS.diHPCARP_I.14aldHshift.tpmmptu 1.135e+43 5.43  5.43  1.250e+39 0.0168    9928 
TS.diHPCARP_I.14aldHshift.ttmmtpu 2.532e+44 7.30  7.30  1.209e+39 0.0162    9929 
TS.diHPCARP_I.14aldHshift.mmptmpu 1.406e+43 5.59  5.59  1.199e+39 0.0161    9930 
TS.diHPCARP_I.14aldHshift.mpptppu 1.896e+43 5.78  5.78  1.171e+39 0.0157    9931 
TS.diHPCARP_I.14aldHshift.tpmmppu 2.111e+43 5.86  5.86  1.133e+39 0.0152    9932 
TS.diHPCARP_I.14aldHshift.mmpmtpu 3.022e+43 6.08  6.08  1.132e+39 0.0152    9933 
TS.diHPCARP_I.14aldHshift.ppttmpu 1.390e+43 5.62  5.62  1.127e+39 0.0151    9934 
TS.diHPCARP_I.14aldHshift.tptmtpu 2.607e+43 5.99  5.99  1.121e+39 0.0151    9935 
TS.diHPCARP_I.14aldHshift.tpmtpmu 3.055e+43 6.10  6.10  1.092e+39 0.0147    9936 
TS.diHPCARP_I.14aldHshift.pmtmmmu 2.554e+43 6.00  6.00  1.091e+39 0.0147    9937 
TS.diHPCARP_I.14aldHshift.ttmttpu 9.866e+43 6.81  6.81  1.077e+39 0.0145    9938 
TS.diHPCARP_I.14aldHshift.tptmppu 2.471e+43 6.00  6.00  1.058e+39 0.0142    9939 
TS.diHPCARP_I.14aldHshift.ptmtmpu 2.172e+43 5.93  5.93  1.043e+39 0.014     9940 
TS.diHPCARP_I.14aldHshift.mmmpppu 5.549e+43 6.49  6.49  1.031e+39 0.0138    9941 
TS.diHPCARP_I.14aldHshift.tppttpu 1.020e+44 6.91  6.91  9.513e+38 0.0128    9942 
TS.diHPCARP_I.14aldHshift.ptpmmpu 3.433e+43 6.29  6.29  8.964e+38 0.012     9943 
TS.diHPCARP_I.14aldHshift.tppmpmu 9.541e+42 5.54  5.54  8.722e+38 0.0117    9944 
TS.diHPCARP_I.14aldHshift.tpmpppu 4.539e+43 6.48  6.48  8.652e+38 0.0116    9945 
TS.diHPCARP_I.14aldHshift.mmpptpu 5.030e+43 6.54  6.54  8.640e+38 0.0116    9946 
TS.diHPCARP_I.14aldHshift.pmttmmu 5.930e+43 6.70  6.70  7.832e+38 0.0105    9947 
TS.diHPCARP_I.14aldHshift.ttmmppu 2.747e+43 6.24  6.24  7.819e+38 0.0105    9948 
TS.diHPCARP_I.14aldHshift.tpppppu 3.482e+43 6.38  6.38  7.804e+38 0.0105    9949 
TS.diHPCARP_I.14aldHshift.mmpmmmu 3.374e+43 6.39  6.39  7.476e+38 0.01      9950 
TS.diHPCARP_I.14aldHshift.ttmmtmu 8.330e+43 6.95  6.95  7.151e+38 0.0096    9951 
TS.diHPCARP_I.14aldHshift.ptptpmu 8.605e+43 6.99  6.99  6.992e+38 0.00939   9952 
TS.diHPCARP_I.14aldHshift.tpmtmpu 3.744e+43 6.50  6.50  6.890e+38 0.00926   9953 
TS.diHPCARP_I.14aldHshift.tpmtmmu 1.135e+44 7.17  7.17  6.837e+38 0.00918   9954 
TS.diHPCARP_I.14aldHshift.ttpmmmu 7.646e+43 6.93  6.93  6.801e+38 0.00914   9955 
TS.diHPCARP_I.14aldHshift.pmmmmpu 1.819e+43 6.08  6.08  6.793e+38 0.00912   9956 
TS.diHPCARP_I.14aldHshift.tmpmppu 5.465e+42 5.39  5.39  6.523e+38 0.00876   9957 
TS.diHPCARP_I.14aldHshift.mpptmmu 7.588e+43 6.97  6.97  6.394e+38 0.00859   9958 
TS.diHPCARP_I.14aldHshift.pmppmmu 1.501e+43 6.07  6.07  5.681e+38 0.00763   9959 
TS.diHPCARP_I.14aldHshift.mpttpmu 2.404e+43 6.36  6.36  5.589e+38 0.00751   9960 
TS.diHPCARP_I.14aldHshift.ttmmttu 8.926e+43 7.15  7.15  5.484e+38 0.00737   9961 
TS.diHPCARP_I.14aldHshift.mppmpmu 6.909e+42 5.64  5.64  5.362e+38 0.0072    9962 
TS.diHPCARP_I.14aldHshift.ppptppu 3.215e+43 6.57  6.57  5.261e+38 0.00707   9963 
TS.diHPCARP_I.14aldHshift.tmptpmu 1.148e+44 7.36  7.36  4.963e+38 0.00667   9964 
TS.diHPCARP_I.14aldHshift.ttptpmu 6.849e+43 7.12  7.12  4.485e+38 0.00602   9965 
TS.diHPCARP_I.14aldHshift.ppmtpmu 1.424e+43 6.20  6.20  4.302e+38 0.00578   9966 
TS.diHPCARP_I.14aldHshift.ptmtmmu 5.219e+43 6.99  6.99  4.227e+38 0.00568   9967 
TS.diHPCARP_I.14aldHshift.ppptmmu 3.152e+43 6.71  6.71  4.051e+38 0.00544   9968 
TS.diHPCARP_I.14aldHshift.pmtmtpu 8.052e+43 7.29  7.29  3.914e+38 0.00526   9969 
TS.diHPCARP_I.14aldHshift.ttmttmu 8.561e+43 7.44  7.44  3.232e+38 0.00434   9970 
TS.diHPCARP_I.14aldHshift.ptmtppu 4.576e+43 7.08  7.08  3.173e+38 0.00426   9971 
TS.diHPCARP_I.14aldHshift.mtmttpu 7.654e+43 7.39  7.39  3.152e+38 0.00423   9972 
TS.diHPCARP_I.14aldHshift.ptptmpu 3.260e+43 6.88  6.88  3.150e+38 0.00423   9973 
TS.diHPCARP_I.14aldHshift.mppptpu 1.622e+43 6.52  6.52  2.878e+38 0.00387   9974 
TS.diHPCARP_I.14aldHshift.ttptmpu 4.723e+43 7.17  7.17  2.837e+38 0.00381   9975 
TS.diHPCARP_I.14aldHshift.pmmmtmu 1.692e+43 6.58  6.58  2.711e+38 0.00364   9976 
TS.diHPCARP_I.14aldHshift.tptptmu 1.573e+44 7.93  7.93  2.635e+38 0.00354   9977 
TS.diHPCARP_I.14aldHshift.tmpmtpu 2.318e+43 6.81  6.81  2.534e+38 0.0034    9978 
TS.diHPCARP_I.14aldHshift.mtpptmu 2.243e+44 8.17  8.17  2.494e+38 0.00335   9979 
TS.diHPCARP_I.14aldHshift.mtmptmu 2.578e+44 8.27  8.27  2.444e+38 0.00328   9980 
TS.diHPCARP_I.14aldHshift.tmpmpmu 6.095e+42 6.04  6.04  2.411e+38 0.00324   9981 
TS.diHPCARP_I.14aldHshift.ttpmpmu 3.988e+43 7.23  7.23  2.158e+38 0.0029    9982 
TS.diHPCARP_I.14aldHshift.mtmmmmu 7.899e+43 7.69  7.69  1.973e+38 0.00265   9983 
TS.diHPCARP_I.14aldHshift.mpmttmu 8.733e+43 7.76  7.76  1.953e+38 0.00262   9984 
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TS.diHPCARP_I.14aldHshift.mtpptpu 2.013e+44 8.30  8.30  1.804e+38 0.00242   9985 
TS.diHPCARP_I.14aldHshift.ptpppmu 2.875e+43 7.15  7.15  1.770e+38 0.00238   9986 
TS.diHPCARP_I.14aldHshift.tmmpppu 7.769e+43 7.77  7.77  1.699e+38 0.00228   9987 
TS.diHPCARP_I.14aldHshift.tppptmu 6.798e+43 7.69  7.69  1.698e+38 0.00228   9988 
TS.diHPCARP_I.14aldHshift.pmtmtmu 1.914e+43 6.94  6.94  1.694e+38 0.00228   9989 
TS.diHPCARP_I.14aldHshift.mtmttmu 6.656e+43 7.69  7.69  1.662e+38 0.00223   9990 
TS.diHPCARP_I.14aldHshift.ttpmtpu 1.110e+44 8.02  8.02  1.601e+38 0.00215   9991 
TS.diHPCARP_I.14aldHshift.pmtttmu 7.086e+43 7.77  7.77  1.538e+38 0.00207   9992 
TS.diHPCARP_I.14aldHshift.mtmptpu 2.236e+44 8.46  8.46  1.529e+38 0.00205   9993 
TS.diHPCARP_I.14aldHshift.pptpmmu 8.442e+42 6.53  6.53  1.471e+38 0.00198   9994 
TS.diHPCARP_I.14aldHshift.pmmpppu 8.147e+43 7.89  7.89  1.462e+38 0.00196   9995 
TS.diHPCARP_I.14aldHshift.mtppmmu 9.598e+43 8.00  8.00  1.422e+38 0.00191   9996 
TS.diHPCARP_I.14aldHshift.tmmtpmu 5.539e+43 7.68  7.68  1.415e+38 0.0019    9997 
TS.diHPCARP_I.14aldHshift.pmtmppu 2.571e+43 7.26  7.26  1.319e+38 0.00177   9998 
TS.diHPCARP_I.14aldHshift.mmmtpmu 2.467e+43 7.24  7.24  1.309e+38 0.00176   9999 
TS.diHPCARP_I.14aldHshift.tmmttmu 2.019e+44 8.53  8.53  1.228e+38 0.00165   10000 
TS.diHPCARP_I.14aldHshift.pmmtpmu 2.866e+43 7.40  7.40  1.164e+38 0.00156   10001 
TS.diHPCARP_I.14aldHshift.mpmpmmu 2.840e+43 7.40  7.40  1.148e+38 0.00154   10002 
TS.diHPCARP_I.14aldHshift.pmmptpu 1.974e+43 7.19  7.19  1.138e+38 0.00153   10003 
TS.diHPCARP_I.14aldHshift.ptpmmmu 7.773e+43 8.01  8.01  1.127e+38 0.00151   10004 
TS.diHPCARP_I.14aldHshift.mmmtmmu 1.049e+44 8.21  8.21  1.098e+38 0.00147   10005 
TS.diHPCARP_I.14aldHshift.pmmtmmu 1.445e+44 8.42  8.42  1.061e+38 0.00143   10006 
TS.diHPCARP_I.14aldHshift.pmmmmmu 3.918e+43 7.65  7.65  1.056e+38 0.00142   10007 
TS.diHPCARP_I.14aldHshift.tmmttpu 1.836e+44 8.57  8.57  1.051e+38 0.00141   10008 
TS.diHPCARP_I.14aldHshift.tmmmtpu 1.242e+44 8.39  8.39  9.526e+37 0.00128   10009 
TS.diHPCARP_I.14aldHshift.tmppppu 5.745e+43 7.94  7.94  9.392e+37 0.00126   10010 
TS.diHPCARP_I.14aldHshift.tmpptpu 1.684e+43 7.21  7.21  9.363e+37 0.00126   10011 
TS.diHPCARP_I.14aldHshift.tmmmpmu 4.703e+43 7.83  7.83  9.326e+37 0.00125   10012 
TS.diHPCARP_I.14aldHshift.tpmptpu 4.152e+43 7.77  7.77  9.031e+37 0.00121   10013 
TS.diHPCARP_I.14aldHshift.tpmttmu 1.842e+44 8.67  8.67  8.851e+37 0.00119   10014 
TS.diHPCARP_I.14aldHshift.mptmtmu 2.380e+43 7.45  7.45  8.836e+37 0.00119   10015 
TS.diHPCARP_I.14aldHshift.ppmptmu 4.818e+43 7.88  7.88  8.794e+37 0.00118   10016 
TS.diHPCARP_I.14aldHshift.pmtttpu 7.695e+43 8.19  8.19  8.289e+37 0.00111   10017 
TS.diHPCARP_I.14aldHshift.ppmtmmu 4.484e+43 7.88  7.88  8.127e+37 0.00109   10018 
TS.diHPCARP_I.14aldHshift.mmpttmu 4.496e+43 7.93  7.93  7.548e+37 0.00101   10019 
TS.diHPCARP_I.14aldHshift.mptttmu 8.356e+43 8.32  8.32  7.296e+37 0.00098   10020 
TS.diHPCARP_I.14aldHshift.mtmpmmu 1.058e+44 8.53  8.53  6.411e+37 0.000861  10021 
TS.diHPCARP_I.14aldHshift.mptttpu 1.485e+44 8.75  8.75  6.319e+37 0.000849  10022 
TS.diHPCARP_I.14aldHshift.mmmptmu 6.087e+43 8.25  8.25  5.975e+37 0.000803  10023 
TS.diHPCARP_I.14aldHshift.mmmptpu 8.236e+43 8.43  8.43  5.921e+37 0.000795  10024 
TS.diHPCARP_I.14aldHshift.pppttpu 4.275e+43 8.06  8.06  5.733e+37 0.00077   10025 
TS.diHPCARP_I.14aldHshift.pttmtmu 2.343e+43 7.70  7.70  5.728e+37 0.000769  10026 
TS.diHPCARP_I.14aldHshift.pmttppu 6.423e+43 8.31  8.31  5.670e+37 0.000762  10027 
TS.diHPCARP_I.14aldHshift.tpmpmmu 1.047e+43 7.23  7.23  5.641e+37 0.000758  10028 
TS.diHPCARP_I.14aldHshift.pmtptmu 4.809e+43 8.16  8.16  5.474e+37 0.000735  10029 
TS.diHPCARP_I.14aldHshift.mtpttmu 1.021e+44 8.61  8.61  5.430e+37 0.000729  10030 
TS.diHPCARP_I.14aldHshift.mptmmmu 9.983e+42 7.24  7.24  5.285e+37 0.00071   10031 
TS.diHPCARP_I.14aldHshift.pptmmmu 1.876e+43 7.62  7.62  5.249e+37 0.000705  10032 
TS.diHPCARP_I.14aldHshift.pmptmpu 6.889e+43 8.40  8.40  5.208e+37 0.0007    10033 
TS.diHPCARP_I.14aldHshift.mppptmu 9.272e+43 8.59  8.59  5.093e+37 0.000684  10034 
TS.diHPCARP_I.14aldHshift.pmmmtpu 7.123e+43 8.46  8.46  4.913e+37 0.00066   10035 
TS.diHPCARP_I.14aldHshift.ptmttpu 6.877e+43 8.45  8.45  4.804e+37 0.000645  10036 
TS.diHPCARP_I.14aldHshift.ptmmtmu 6.220e+43 8.46  8.46  4.261e+37 0.000572  10037 
TS.diHPCARP_I.14aldHshift.mppttpu 9.770e+43 8.74  8.74  4.210e+37 0.000566  10038 
TS.diHPCARP_I.14aldHshift.ttmpppu 7.649e+43 8.59  8.59  4.203e+37 0.000565  10039 
TS.diHPCARP_I.14aldHshift.ptpmtpu 1.319e+44 8.93  8.93  4.086e+37 0.000549  10040 
TS.diHPCARP_I.14aldHshift.ttppppu 5.506e+43 8.42  8.42  4.069e+37 0.000547  10041 
TS.diHPCARP_I.14aldHshift.tmmptmu 1.669e+44 9.08  9.08  4.064e+37 0.000546  10042 
TS.diHPCARP_I.14aldHshift.mmptppu 7.050e+43 8.58  8.58  3.989e+37 0.000536  10043 
TS.diHPCARP_I.14aldHshift.ttmpmmu 4.421e+43 8.30  8.30  3.974e+37 0.000534  10044 
TS.diHPCARP_I.14aldHshift.ptppppu 9.451e+43 8.78  8.78  3.822e+37 0.000513  10045 
TS.diHPCARP_I.14aldHshift.ptpmtmu 2.262e+43 7.98  7.98  3.455e+37 0.000464  10046 
TS.diHPCARP_I.14aldHshift.ptpptpu 3.880e+43 8.32  8.32  3.366e+37 0.000452  10047 
TS.diHPCARP_I.14aldHshift.mmmtmpu 3.088e+43 8.19  8.19  3.334e+37 0.000448  10048 
TS.diHPCARP_I.14aldHshift.pptmtmu 1.015e+43 7.55  7.55  3.187e+37 0.000428  10049 
TS.diHPCARP_I.14aldHshift.pttpptu 1.305e+44 9.09  9.09  3.103e+37 0.000417  10050 
TS.diHPCARP_I.14aldHshift.pmmppmu 2.184e+43 8.06  8.06  2.938e+37 0.000395  10051 
TS.diHPCARP_I.14aldHshift.pttmttu 2.092e+44 9.49  9.49  2.552e+37 0.000343  10052 
TS.diHPCARP_I.14aldHshift.ttttmmu 9.576e+43 9.05  9.05  2.445e+37 0.000328  10053 
TS.diHPCARP_I.14aldHshift.ttppmmu 2.679e+43 8.31  8.31  2.384e+37 0.00032   10054 
TS.diHPCARP_I.14aldHshift.mpmtppu 3.684e+43 8.55  8.55  2.189e+37 0.000294  10055 
TS.diHPCARP_I.14aldHshift.mtmmtpu 1.898e+44 9.53  9.53  2.166e+37 0.000291  10056 
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TS.diHPCARP_I.14aldHshift.mtptppu 6.302e+43 8.89  8.89  2.088e+37 0.000281  10057 
TS.diHPCARP_I.14aldHshift.tmpptmu 1.079e+44 9.25  9.25  1.980e+37 0.000266  10058 
TS.diHPCARP_I.14aldHshift.pttpmmu 2.942e+43 8.48  8.48  1.969e+37 0.000264  10059 
TS.diHPCARP_I.14aldHshift.ptmmtpu 8.928e+43 9.14  9.14  1.955e+37 0.000263  10060 
TS.diHPCARP_I.14aldHshift.pmmtmpu 3.119e+43 8.54  8.54  1.883e+37 0.000253  10061 
TS.diHPCARP_I.14aldHshift.ptttmmu 6.797e+43 9.01  9.01  1.848e+37 0.000248  10062 
TS.diHPCARP_I.14aldHshift.ptmttmu 9.586e+43 9.22  9.22  1.839e+37 0.000247  10063 
TS.diHPCARP_I.14aldHshift.ptpmppu 4.327e+43 8.80  8.80  1.690e+37 0.000227  10064 
TS.diHPCARP_I.14aldHshift.mppttmu 1.034e+44 9.32  9.32  1.666e+37 0.000224  10065 
TS.diHPCARP_I.14aldHshift.ptmmppu 6.181e+42 7.67  7.67  1.597e+37 0.000215  10066 
TS.diHPCARP_I.14aldHshift.ppmttmu 5.135e+43 8.97  8.97  1.489e+37 0.0002    10067 
TS.diHPCARP_I.14aldHshift.ttpptmu 1.358e+44 9.59  9.59  1.409e+37 0.000189  10068 
TS.diHPCARP_I.14aldHshift.mmmttmu 7.427e+43 9.23  9.23  1.400e+37 0.000188  10069 
TS.diHPCARP_I.14aldHshift.mptmtpu 2.611e+43 8.61  8.61  1.388e+37 0.000187  10070 
TS.diHPCARP_I.14aldHshift.mtpmtpu 1.414e+44 9.67  9.67  1.284e+37 0.000172  10071 
TS.diHPCARP_I.14aldHshift.pmmttmu 1.425e+44 9.68  9.68  1.274e+37 0.000171  10072 
TS.diHPCARP_I.14aldHshift.ttmptmu 1.037e+44 9.50  9.50  1.253e+37 0.000168  10073 
TS.diHPCARP_I.14aldHshift.ppmttpu 8.620e+43 9.41  9.41  1.205e+37 0.000162  10074 
TS.diHPCARP_I.14aldHshift.mmmttpu 2.004e+44 9.92  9.92  1.194e+37 0.00016   10075 
TS.diHPCARP_I.14aldHshift.mmmmtpu 4.133e+43 8.98  8.98  1.180e+37 0.000158  10076 
TS.diHPCARP_I.14aldHshift.ppmpmmu 4.299e+43 9.01  9.01  1.177e+37 0.000158  10077 
TS.diHPCARP_I.14aldHshift.pppttmu 5.172e+43 9.16  9.16  1.100e+37 0.000148  10078 
TS.diHPCARP_I.14aldHshift.tpmptmu 1.166e+44 9.67  9.67  1.056e+37 0.000142  10079 
TS.diHPCARP_I.14aldHshift.ttmptpu 3.278e+44 10.31 10.31 1.016e+37 0.000137  10080 
TS.diHPCARP_I.14aldHshift.tpmtppu 3.623e+43 9.05  9.05  9.297e+36 0.000125  10081 
TS.diHPCARP_I.14aldHshift.mtmmtmu 6.325e+43 9.38  9.38  9.216e+36 0.000124  10082 
TS.diHPCARP_I.14aldHshift.pmmttpu 2.093e+44 10.12 10.12 8.864e+36 0.000119  10083 
TS.diHPCARP_I.14aldHshift.pppmtmu 3.999e+43 9.14  9.14  8.818e+36 0.000118  10084 
TS.diHPCARP_I.14aldHshift.pmmtppu 9.575e+43 9.77  9.77  7.365e+36 9.89e-05  10085 
TS.diHPCARP_I.14aldHshift.tmmpmmu 2.537e+43 8.98  8.98  7.308e+36 9.82e-05  10086 
TS.diHPCARP_I.14aldHshift.tttttmu 1.901e+44 10.21 10.21 6.931e+36 9.31e-05  10087 
TS.diHPCARP_I.14aldHshift.ppmtmpu 5.057e+43 9.43  9.43  6.796e+36 9.13e-05  10088 
TS.diHPCARP_I.14aldHshift.tmppmmu 2.187e+43 9.06  9.06  5.486e+36 7.37e-05  10089 
TS.diHPCARP_I.14aldHshift.pmmmppu 2.586e+43 9.18  9.18  5.332e+36 7.16e-05  10090 
TS.diHPCARP_I.14aldHshift.pptmptu 3.587e+43 9.42  9.42  4.964e+36 6.67e-05  10091 
TS.diHPCARP_I.14aldHshift.tttttpu 2.048e+44 10.55 10.55 4.200e+36 5.64e-05  10092 
TS.diHPCARP_I.14aldHshift.ttpptpu 3.024e+44 10.82 10.82 3.953e+36 5.31e-05  10093 
TS.diHPCARP_I.14aldHshift.ppmmtmu 1.000e+43 8.82  8.82  3.749e+36 5.04e-05  10094 
TS.diHPCARP_I.14aldHshift.pptmtpu 3.993e+43 9.65  9.65  3.726e+36 5.01e-05  10095 
TS.diHPCARP_I.14aldHshift.mtpmmmu 1.110e+44 10.29 10.29 3.563e+36 4.79e-05  10096 
TS.diHPCARP_I.14aldHshift.ppmtppu 4.415e+43 9.74  9.74  3.517e+36 4.72e-05  10097 
TS.diHPCARP_I.14aldHshift.pptmppu 4.723e+42 8.42  8.42  3.472e+36 4.66e-05  10098 
TS.diHPCARP_I.14aldHshift.mptmppu 1.999e+43 9.54  9.54  2.237e+36 3.01e-05  10099 
TS.diHPCARP_I.14aldHshift.ptpttmu 1.587e+44 10.87 10.87 1.928e+36 2.59e-05  10100 
TS.diHPCARP_I.14aldHshift.mppmtpu 2.025e+44 11.29 11.29 1.213e+36 1.63e-05  10101 
TS.diHPCARP_I.14aldHshift.ptpttpu 1.870e+44 11.26 11.26 1.174e+36 1.58e-05  10102 
TS.diHPCARP_I.14aldHshift.ptpptmu 1.493e+44 11.40 11.40 7.348e+35 9.87e-06  10103 
TS.diHPCARP_I.14aldHshift.ppmmtpu 3.580e+43 10.56 10.56 7.285e+35 9.79e-06  10104 
TS.diHPCARP_I.14aldHshift.ptppmmu 5.245e+43 11.02 11.02 4.929e+35 6.62e-06  10105 
TS.diHPCARP_I.14aldHshift.ppmmptu 2.701e+43 11.07 11.07 2.338e+35 3.14e-06  10106 
TS.diHPCARP_I.14aldHshift.ppmmmmu 2.748e+43 11.33 11.33 1.532e+35 2.06e-06  10107 
Total                                                   7.445e+42 100       10108 
 10109 
 10110 
 10111 
1,5-aldehyde-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-10112 
Ib) 10113 
======================================================================================10114 
= 10115 
 10116 
Note: both enantiomers (R,R and S,S) were calculated at the M06-2X/cc-pVDZ level based 10117 
on  10118 
a different template, to check the robustness of the conformer space search. As can be 10119 
seen, 10120 
most conformers are found in both enantiomers, though some higher-energy conformers 10121 
are 10122 
missing in either the R,R or S,S set. The impact on the rate predictions was 10123 
found to be negligible. At the M06-02X/aug-cc-pVTZ level of theory, only a single set 10124 
of 10125 
enantiomers was calculated. 10126 
Population analysis at 300K. Vibrational scaling: 0.971.  10127 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10128 
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n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10129 
%: contribution to the population (with current data set assumed 100%) 10130 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         10131 
----------------------------------------------------------------------------- 10132 
TS.diHPCARP_Ib.15aldHshift.umdmmudd 5.637e+42 0.00  0.00  5.637e+42 17.1      10133 
TS.diHPCARP_Ib.15aldHshift.dpuppduu 5.637e+42 0.00  0.00  5.619e+42 17        10134 
TS.diHPCARP_Ib.15aldHshift.dmdmmduu 1.402e+43 1.10  1.10  2.228e+42 6.74      10135 
TS.diHPCARP_Ib.15aldHshift.upuppudd 1.401e+43 1.10  1.10  2.227e+42 6.74      10136 
TS.diHPCARP_Ib.15aldHshift.utupmuuu 8.179e+42 0.86  0.86  1.927e+42 5.83      10137 
TS.diHPCARP_Ib.15aldHshift.dtdmpddd 8.179e+42 0.86  0.86  1.927e+42 5.83      10138 
TS.diHPCARP_Ib.15aldHshift.dtdmmudd 7.730e+42 0.95  0.95  1.580e+42 4.78      10139 
TS.diHPCARP_Ib.15aldHshift.utuppduu 7.730e+42 0.95  0.95  1.580e+42 4.78      10140 
TS.diHPCARP_Ib.15aldHshift.utdmmudd 4.438e+42 1.13  1.13  6.679e+41 2.02      10141 
TS.diHPCARP_Ib.15aldHshift.dtuppduu 4.438e+42 1.13  1.13  6.679e+41 2.02      10142 
TS.diHPCARP_Ib.15aldHshift.dtdppduu 4.295e+42 1.16  1.16  6.169e+41 1.87      10143 
TS.diHPCARP_Ib.15aldHshift.utummudd 4.294e+42 1.16  1.16  6.168e+41 1.87      10144 
TS.diHPCARP_Ib.15aldHshift.umdmtddd 4.455e+42 1.42  1.42  4.137e+41 1.25      10145 
TS.diHPCARP_Ib.15aldHshift.dpuptuuu 4.455e+42 1.42  1.42  4.136e+41 1.25      10146 
TS.diHPCARP_Ib.15aldHshift.dtdmmddd 6.630e+42 2.00  2.00  2.329e+41 0.705     10147 
TS.diHPCARP_Ib.15aldHshift.utuppuuu 6.630e+42 2.00  2.00  2.329e+41 0.705     10148 
TS.diHPCARP_Ib.15aldHshift.dmdmpduu 7.485e+42 2.09  2.09  2.257e+41 0.683     10149 
TS.diHPCARP_Ib.15aldHshift.upupmudd 7.485e+42 2.09  2.09  2.257e+41 0.683     10150 
TS.diHPCARP_Ib.15aldHshift.dmuppduu 1.265e+43 2.42  2.42  2.168e+41 0.656     10151 
TS.diHPCARP_Ib.15aldHshift.updmmudd 1.258e+43 2.42  2.42  2.154e+41 0.652     10152 
TS.diHPCARP_Ib.15aldHshift.umdmpudd 2.287e+43 2.83  2.83  2.001e+41 0.606     10153 
TS.diHPCARP_Ib.15aldHshift.dpupmduu 2.287e+43 2.83  2.83  2.001e+41 0.605     10154 
TS.diHPCARP_Ib.15aldHshift.dtummduu 1.362e+43 2.53  2.53  1.967e+41 0.595     10155 
TS.diHPCARP_Ib.15aldHshift.utdppudd 1.362e+43 2.53  2.53  1.965e+41 0.595     10156 
TS.diHPCARP_Ib.15aldHshift.utummduu 3.556e+43 3.13  3.13  1.854e+41 0.561     10157 
TS.diHPCARP_Ib.15aldHshift.dtdppudd 3.556e+43 3.13  3.13  1.854e+41 0.561     10158 
TS.diHPCARP_Ib.15aldHshift.upuptddd 1.731e+43 2.92  2.92  1.285e+41 0.389     10159 
TS.diHPCARP_Ib.15aldHshift.dmdmtuuu 1.731e+43 2.92  2.92  1.285e+41 0.389     10160 
TS.diHPCARP_Ib.15aldHshift.umdtpddd 1.314e+43 2.79  2.79  1.210e+41 0.366     10161 
TS.diHPCARP_Ib.15aldHshift.dputmuuu 1.317e+43 2.80  2.80  1.203e+41 0.364     10162 
TS.diHPCARP_Ib.15aldHshift.utdppddd 4.678e+42 2.24  2.24  1.085e+41 0.328     10163 
TS.diHPCARP_Ib.15aldHshift.dtummuuu 4.668e+42 2.24  2.24  1.083e+41 0.328     10164 
TS.diHPCARP_Ib.15aldHshift.dmdmpuuu 1.938e+43 3.13  3.13  1.023e+41 0.31      10165 
TS.diHPCARP_Ib.15aldHshift.uputmudd 4.057e+43 3.59  3.59  9.878e+40 0.299     10166 
TS.diHPCARP_Ib.15aldHshift.dtuppudd 2.532e+43 3.31  3.31  9.833e+40 0.298     10167 
TS.diHPCARP_Ib.15aldHshift.utdttudd 2.532e+43 3.31  3.31  9.833e+40 0.298     10168 
TS.diHPCARP_Ib.15aldHshift.dmdtpduu 4.022e+43 3.59  3.59  9.771e+40 0.296     10169 
TS.diHPCARP_Ib.15aldHshift.umdppduu 7.068e+42 2.58  2.58  9.394e+40 0.284     10170 
TS.diHPCARP_Ib.15aldHshift.dpummudd 7.064e+42 2.58  2.58  9.380e+40 0.284     10171 
TS.diHPCARP_Ib.15aldHshift.dputpduu 1.424e+43 3.01  3.01  9.191e+40 0.278     10172 
TS.diHPCARP_Ib.15aldHshift.umdtmudd 1.424e+43 3.01  3.01  9.190e+40 0.278     10173 
TS.diHPCARP_Ib.15aldHshift.umdtmddd 4.189e+43 3.67  3.67  8.918e+40 0.27      10174 
TS.diHPCARP_Ib.15aldHshift.dputpuuu 4.189e+43 3.67  3.67  8.918e+40 0.27      10175 
TS.diHPCARP_Ib.15aldHshift.upumpddd 6.046e+42 2.52  2.52  8.826e+40 0.267     10176 
TS.diHPCARP_Ib.15aldHshift.dmdpmuuu 6.046e+42 2.52  2.52  8.826e+40 0.267     10177 
TS.diHPCARP_Ib.15aldHshift.dtutmudd 7.604e+43 4.04  4.04  8.676e+40 0.263     10178 
TS.diHPCARP_Ib.15aldHshift.utdtpduu 7.603e+43 4.04  4.04  8.675e+40 0.263     10179 
TS.diHPCARP_Ib.15aldHshift.updmtddd 8.454e+42 2.80  2.80  7.740e+40 0.234     10180 
TS.diHPCARP_Ib.15aldHshift.dmuptuuu 8.216e+42 2.82  2.82  7.261e+40 0.22      10181 
TS.diHPCARP_Ib.15aldHshift.dpummuuu 1.190e+43 3.08  3.08  6.824e+40 0.206     10182 
TS.diHPCARP_Ib.15aldHshift.umdppddd 1.189e+43 3.08  3.08  6.823e+40 0.206     10183 
TS.diHPCARP_Ib.15aldHshift.upuptudd 1.925e+43 3.42  3.42  6.179e+40 0.187     10184 
TS.diHPCARP_Ib.15aldHshift.dmdmtduu 1.925e+43 3.42  3.42  6.179e+40 0.187     10185 
TS.diHPCARP_Ib.15aldHshift.dmdppudd 3.144e+43 3.76  3.76  5.741e+40 0.174     10186 
TS.diHPCARP_Ib.15aldHshift.upummduu 3.127e+43 3.76  3.76  5.705e+40 0.173     10187 
TS.diHPCARP_Ib.15aldHshift.dtdppddd 4.591e+42 2.66  2.66  5.272e+40 0.16      10188 
TS.diHPCARP_Ib.15aldHshift.utummuuu 4.590e+42 2.66  2.66  5.272e+40 0.16      10189 
TS.diHPCARP_Ib.15aldHshift.ututpddd 9.711e+42 3.11  3.11  5.251e+40 0.159     10190 
TS.diHPCARP_Ib.15aldHshift.dtdtmuuu 9.711e+42 3.11  3.11  5.251e+40 0.159     10191 
TS.diHPCARP_Ib.15aldHshift.uputpduu 5.579e+43 4.22  4.22  4.680e+40 0.142     10192 
TS.diHPCARP_Ib.15aldHshift.dmdtmudd 5.579e+43 4.22  4.22  4.680e+40 0.142     10193 
TS.diHPCARP_Ib.15aldHshift.dtdtpddd 1.822e+43 3.60  3.60  4.337e+40 0.131     10194 
TS.diHPCARP_Ib.15aldHshift.ututmuuu 1.822e+43 3.60  3.60  4.337e+40 0.131     10195 
TS.diHPCARP_Ib.15aldHshift.utdtpuuu 8.781e+43 4.57  4.57  4.133e+40 0.125     10196 
TS.diHPCARP_Ib.15aldHshift.dtutmddd 8.781e+43 4.57  4.57  4.133e+40 0.125     10197 
TS.diHPCARP_Ib.15aldHshift.dtumtuuu 2.117e+43 3.73  3.73  4.094e+40 0.124     10198 
TS.diHPCARP_Ib.15aldHshift.utdptddd 2.117e+43 3.73  3.73  4.093e+40 0.124     10199 
TS.diHPCARP_Ib.15aldHshift.ututmudd 1.422e+43 3.53  3.53  3.841e+40 0.116     10200 
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TS.diHPCARP_Ib.15aldHshift.dtdtpduu 1.421e+43 3.53  3.53  3.840e+40 0.116     10201 
TS.diHPCARP_Ib.15aldHshift.dmdmmuuu 1.152e+43 3.44  3.44  3.587e+40 0.109     10202 
TS.diHPCARP_Ib.15aldHshift.upuppddd 1.152e+43 3.44  3.44  3.587e+40 0.109     10203 
TS.diHPCARP_Ib.15aldHshift.uputmuuu 2.484e+43 3.95  3.95  3.272e+40 0.099     10204 
TS.diHPCARP_Ib.15aldHshift.dmdtpddd 2.484e+43 3.95  3.95  3.269e+40 0.0989    10205 
TS.diHPCARP_Ib.15aldHshift.utdtmuuu 1.742e+43 3.77  3.77  3.104e+40 0.0939    10206 
TS.diHPCARP_Ib.15aldHshift.dtutpddd 1.737e+43 3.78  3.78  3.088e+40 0.0934    10207 
TS.diHPCARP_Ib.15aldHshift.dmdtmddd 7.081e+43 4.62  4.62  3.046e+40 0.0922    10208 
TS.diHPCARP_Ib.15aldHshift.uputpuuu 7.080e+43 4.62  4.62  3.043e+40 0.0921    10209 
TS.diHPCARP_Ib.15aldHshift.ututmddd 2.799e+43 4.08  4.08  2.974e+40 0.09      10210 
TS.diHPCARP_Ib.15aldHshift.dtdtpuuu 2.799e+43 4.08  4.08  2.974e+40 0.09      10211 
TS.diHPCARP_Ib.15aldHshift.dpumpduu 1.536e+43 3.76  3.76  2.784e+40 0.0843    10212 
TS.diHPCARP_Ib.15aldHshift.umdpmudd 1.535e+43 3.76  3.76  2.780e+40 0.0841    10213 
TS.diHPCARP_Ib.15aldHshift.dpummduu 3.684e+43 4.35  4.35  2.489e+40 0.0753    10214 
TS.diHPCARP_Ib.15aldHshift.umdppudd 3.683e+43 4.35  4.35  2.489e+40 0.0753    10215 
TS.diHPCARP_Ib.15aldHshift.dmdmmudd 2.387e+43 4.13  4.13  2.334e+40 0.0706    10216 
TS.diHPCARP_Ib.15aldHshift.upuppduu 2.387e+43 4.13  4.13  2.334e+40 0.0706    10217 
TS.diHPCARP_Ib.15aldHshift.utuptduu 2.423e+43 4.14  4.14  2.320e+40 0.0702    10218 
TS.diHPCARP_Ib.15aldHshift.dtdmtudd 2.422e+43 4.14  4.14  2.319e+40 0.0702    10219 
TS.diHPCARP_Ib.15aldHshift.updmmduu 6.698e+43 4.82  4.82  2.060e+40 0.0623    10220 
TS.diHPCARP_Ib.15aldHshift.dmuppudd 6.694e+43 4.82  4.82  2.057e+40 0.0622    10221 
TS.diHPCARP_Ib.15aldHshift.ututpduu 1.574e+43 3.99  3.99  1.963e+40 0.0594    10222 
TS.diHPCARP_Ib.15aldHshift.dtdtmudd 1.574e+43 3.99  3.99  1.963e+40 0.0594    10223 
TS.diHPCARP_Ib.15aldHshift.updppduu 1.461e+43 4.04  4.04  1.678e+40 0.0508    10224 
TS.diHPCARP_Ib.15aldHshift.dmummudd 1.461e+43 4.04  4.04  1.678e+40 0.0508    10225 
TS.diHPCARP_Ib.15aldHshift.dputmduu 5.172e+43 4.82  4.82  1.597e+40 0.0483    10226 
TS.diHPCARP_Ib.15aldHshift.umdtpudd 5.170e+43 4.82  4.82  1.597e+40 0.0483    10227 
TS.diHPCARP_Ib.15aldHshift.dtdptuuu 3.501e+42 3.22  3.22  1.588e+40 0.048     10228 
TS.diHPCARP_Ib.15aldHshift.utumtddd 3.501e+42 3.22  3.22  1.588e+40 0.048     10229 
TS.diHPCARP_Ib.15aldHshift.umdttddd 5.153e+43 4.87  4.87  1.453e+40 0.044     10230 
TS.diHPCARP_Ib.15aldHshift.dputtuuu 5.147e+43 4.87  4.87  1.447e+40 0.0438    10231 
TS.diHPCARP_Ib.15aldHshift.umdmmddd 1.103e+43 4.05  4.05  1.241e+40 0.0376    10232 
TS.diHPCARP_Ib.15aldHshift.dpuppuuu 1.103e+43 4.05  4.05  1.241e+40 0.0376    10233 
TS.diHPCARP_Ib.15aldHshift.dtuptudd 1.123e+43 4.13  4.13  1.096e+40 0.0332    10234 
TS.diHPCARP_Ib.15aldHshift.utdmtduu 1.123e+43 4.13  4.13  1.096e+40 0.0332    10235 
TS.diHPCARP_Ib.15aldHshift.utumtuuu 6.018e+43 5.15  5.15  1.071e+40 0.0324    10236 
TS.diHPCARP_Ib.15aldHshift.dtdptddd 5.995e+43 5.15  5.15  1.064e+40 0.0322    10237 
TS.diHPCARP_Ib.15aldHshift.upupmuuu 1.719e+43 4.41  4.41  1.058e+40 0.032     10238 
TS.diHPCARP_Ib.15aldHshift.dmdmpddd 1.714e+43 4.41  4.41  1.051e+40 0.0318    10239 
TS.diHPCARP_Ib.15aldHshift.dmutmddd 1.942e+44 5.91  5.91  9.652e+39 0.0292    10240 
TS.diHPCARP_Ib.15aldHshift.updtpuuu 1.942e+44 5.91  5.91  9.639e+39 0.0292    10241 
TS.diHPCARP_Ib.15aldHshift.dmummuuu 1.474e+43 4.39  4.39  9.300e+39 0.0281    10242 
TS.diHPCARP_Ib.15aldHshift.updppddd 1.474e+43 4.39  4.39  9.298e+39 0.0281    10243 
TS.diHPCARP_Ib.15aldHshift.umdmpddd 5.648e+42 3.85  3.85  8.886e+39 0.0269    10244 
TS.diHPCARP_Ib.15aldHshift.dpupmuuu 5.648e+42 3.85  3.85  8.885e+39 0.0269    10245 
TS.diHPCARP_Ib.15aldHshift.dtdptudd 7.032e+43 5.43  5.43  7.794e+39 0.0236    10246 
TS.diHPCARP_Ib.15aldHshift.utumtduu 7.025e+43 5.43  5.43  7.785e+39 0.0236    10247 
TS.diHPCARP_Ib.15aldHshift.dtdmtduu 5.787e+42 4.00  4.00  7.025e+39 0.0213    10248 
TS.diHPCARP_Ib.15aldHshift.utuptudd 5.787e+42 4.00  4.00  7.025e+39 0.0213    10249 
TS.diHPCARP_Ib.15aldHshift.dmutmuuu 3.074e+43 5.00  5.00  6.964e+39 0.0211    10250 
TS.diHPCARP_Ib.15aldHshift.updtpddd 3.073e+43 5.00  5.00  6.963e+39 0.0211    10251 
TS.diHPCARP_Ib.15aldHshift.dtupmddd 8.672e+42 4.29  4.29  6.466e+39 0.0196    10252 
TS.diHPCARP_Ib.15aldHshift.dpdptuuu 9.736e+42 4.37  4.37  6.382e+39 0.0193    10253 
TS.diHPCARP_Ib.15aldHshift.umumtddd 9.734e+42 4.37  4.37  6.381e+39 0.0193    10254 
TS.diHPCARP_Ib.15aldHshift.upumpuuu 1.709e+43 4.76  4.76  5.777e+39 0.0175    10255 
TS.diHPCARP_Ib.15aldHshift.dmdptudd 1.225e+43 4.57  4.57  5.766e+39 0.0174    10256 
TS.diHPCARP_Ib.15aldHshift.upumtduu 1.225e+43 4.57  4.57  5.766e+39 0.0174    10257 
TS.diHPCARP_Ib.15aldHshift.dputtduu 6.329e+43 5.60  5.60  5.296e+39 0.016     10258 
TS.diHPCARP_Ib.15aldHshift.umdttudd 6.328e+43 5.60  5.60  5.295e+39 0.016     10259 
TS.diHPCARP_Ib.15aldHshift.dmutpddd 4.315e+43 5.38  5.38  5.200e+39 0.0157    10260 
TS.diHPCARP_Ib.15aldHshift.dtdptduu 7.219e+42 4.32  4.32  5.106e+39 0.0154    10261 
TS.diHPCARP_Ib.15aldHshift.utumtudd 7.219e+42 4.32  4.32  5.105e+39 0.0154    10262 
TS.diHPCARP_Ib.15aldHshift.ututtuuu 7.351e+43 5.73  5.73  4.890e+39 0.0148    10263 
TS.diHPCARP_Ib.15aldHshift.dtdttddd 7.350e+43 5.73  5.73  4.890e+39 0.0148    10264 
TS.diHPCARP_Ib.15aldHshift.dtuttddd 6.691e+43 5.71  5.71  4.649e+39 0.0141    10265 
TS.diHPCARP_Ib.15aldHshift.ututtddd 3.534e+43 5.34  5.34  4.544e+39 0.0138    10266 
TS.diHPCARP_Ib.15aldHshift.dtdttuuu 3.533e+43 5.34  5.34  4.544e+39 0.0137    10267 
TS.diHPCARP_Ib.15aldHshift.umdptudd 4.699e+43 5.54  5.54  4.327e+39 0.0131    10268 
TS.diHPCARP_Ib.15aldHshift.dpumtduu 4.699e+43 5.54  5.54  4.327e+39 0.0131    10269 
TS.diHPCARP_Ib.15aldHshift.uputtuuu 6.969e+43 5.78  5.78  4.320e+39 0.0131    10270 
TS.diHPCARP_Ib.15aldHshift.dmdttddd 6.969e+43 5.78  5.78  4.319e+39 0.0131    10271 
TS.diHPCARP_Ib.15aldHshift.dmuptduu 6.504e+43 5.76  5.76  4.166e+39 0.0126    10272 
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TS.diHPCARP_Ib.15aldHshift.updmtudd 6.504e+43 5.76  5.76  4.162e+39 0.0126    10273 
TS.diHPCARP_Ib.15aldHshift.dtdmmduu 2.370e+43 5.17  5.17  4.064e+39 0.0123    10274 
TS.diHPCARP_Ib.15aldHshift.utuppudd 2.348e+43 5.17  5.17  3.997e+39 0.0121    10275 
TS.diHPCARP_Ib.15aldHshift.utuppddd 2.041e+43 5.12  5.12  3.778e+39 0.0114    10276 
TS.diHPCARP_Ib.15aldHshift.dtdmmuuu 2.041e+43 5.12  5.12  3.778e+39 0.0114    10277 
TS.diHPCARP_Ib.15aldHshift.updtmudd 2.461e+43 5.26  5.26  3.634e+39 0.011     10278 
TS.diHPCARP_Ib.15aldHshift.dmutpduu 2.461e+43 5.26  5.26  3.631e+39 0.011     10279 
TS.diHPCARP_Ib.15aldHshift.dtutpudd 5.078e+43 5.71  5.71  3.501e+39 0.0106    10280 
TS.diHPCARP_Ib.15aldHshift.dpdmmduu 2.570e+43 5.40  5.40  3.017e+39 0.00913   10281 
TS.diHPCARP_Ib.15aldHshift.umuppudd 2.568e+43 5.40  5.40  3.011e+39 0.00911   10282 
TS.diHPCARP_Ib.15aldHshift.ututpudd 2.504e+43 5.40  5.40  2.924e+39 0.00885   10283 
TS.diHPCARP_Ib.15aldHshift.dtdtmduu 2.503e+43 5.40  5.40  2.924e+39 0.00885   10284 
TS.diHPCARP_Ib.15aldHshift.dmutpuuu 8.613e+43 6.20  6.20  2.643e+39 0.008     10285 
TS.diHPCARP_Ib.15aldHshift.updtmddd 8.612e+43 6.20  6.20  2.643e+39 0.008     10286 
TS.diHPCARP_Ib.15aldHshift.dtuptddd 4.596e+43 5.87  5.87  2.452e+39 0.00742   10287 
TS.diHPCARP_Ib.15aldHshift.umdptddd 5.579e+43 6.07  6.07  2.119e+39 0.00641   10288 
TS.diHPCARP_Ib.15aldHshift.dpumtuuu 5.579e+43 6.07  6.07  2.118e+39 0.00641   10289 
TS.diHPCARP_Ib.15aldHshift.uputmduu 5.146e+43 6.03  6.03  2.083e+39 0.0063    10290 
TS.diHPCARP_Ib.15aldHshift.dmdtpudd 5.151e+43 6.03  6.03  2.083e+39 0.0063    10291 
TS.diHPCARP_Ib.15aldHshift.dmdpmduu 8.404e+42 5.01  5.01  1.895e+39 0.00574   10292 
TS.diHPCARP_Ib.15aldHshift.upumpudd 8.404e+42 5.01  5.01  1.895e+39 0.00574   10293 
TS.diHPCARP_Ib.15aldHshift.dtdmpuuu 5.732e+42 4.82  4.82  1.757e+39 0.00532   10294 
TS.diHPCARP_Ib.15aldHshift.updtpduu 5.946e+43 6.22  6.22  1.747e+39 0.00529   10295 
TS.diHPCARP_Ib.15aldHshift.dmutmudd 5.944e+43 6.22  6.22  1.747e+39 0.00529   10296 
TS.diHPCARP_Ib.15aldHshift.dtuttudd 1.003e+44 6.53  6.53  1.746e+39 0.00528   10297 
TS.diHPCARP_Ib.15aldHshift.dmdpmddd 6.945e+42 4.96  4.96  1.681e+39 0.00509   10298 
TS.diHPCARP_Ib.15aldHshift.utdptudd 1.931e+43 5.59  5.59  1.646e+39 0.00498   10299 
TS.diHPCARP_Ib.15aldHshift.dtumtduu 1.925e+43 5.59  5.59  1.636e+39 0.00495   10300 
TS.diHPCARP_Ib.15aldHshift.dpuppudd 2.163e+43 5.67  5.67  1.613e+39 0.00488   10301 
TS.diHPCARP_Ib.15aldHshift.umdmmduu 2.163e+43 5.67  5.67  1.612e+39 0.00488   10302 
TS.diHPCARP_Ib.15aldHshift.dmdttudd 8.782e+43 6.51  6.51  1.586e+39 0.0048    10303 
TS.diHPCARP_Ib.15aldHshift.uputtduu 8.779e+43 6.51  6.51  1.585e+39 0.0048    10304 
TS.diHPCARP_Ib.15aldHshift.dtdttduu 3.950e+43 6.04  6.04  1.571e+39 0.00475   10305 
TS.diHPCARP_Ib.15aldHshift.ututtudd 3.950e+43 6.04  6.04  1.571e+39 0.00475   10306 
TS.diHPCARP_Ib.15aldHshift.dmuptddd 2.166e+44 7.10  7.10  1.459e+39 0.00442   10307 
TS.diHPCARP_Ib.15aldHshift.updmtuuu 2.166e+44 7.10  7.10  1.459e+39 0.00441   10308 
TS.diHPCARP_Ib.15aldHshift.dmdptddd 6.129e+43 6.42  6.42  1.298e+39 0.00393   10309 
TS.diHPCARP_Ib.15aldHshift.upumtuuu 6.128e+43 6.42  6.42  1.298e+39 0.00393   10310 
TS.diHPCARP_Ib.15aldHshift.dpdppudd 5.693e+43 6.40  6.40  1.233e+39 0.00373   10311 
TS.diHPCARP_Ib.15aldHshift.updptudd 1.513e+43 5.65  5.65  1.166e+39 0.00353   10312 
TS.diHPCARP_Ib.15aldHshift.dmumpduu 1.513e+43 5.65  5.65  1.166e+39 0.00353   10313 
TS.diHPCARP_Ib.15aldHshift.dtuptduu 1.455e+43 5.73  5.73  9.769e+38 0.00296   10314 
TS.diHPCARP_Ib.15aldHshift.dpdtpduu 3.847e+43 6.31  6.31  9.744e+38 0.00295   10315 
TS.diHPCARP_Ib.15aldHshift.umutmudd 3.845e+43 6.31  6.31  9.740e+38 0.00295   10316 
TS.diHPCARP_Ib.15aldHshift.dpumtudd 4.129e+43 6.38  6.38  9.317e+38 0.00282   10317 
TS.diHPCARP_Ib.15aldHshift.umutpduu 1.286e+44 7.07  7.07  9.069e+38 0.00274   10318 
TS.diHPCARP_Ib.15aldHshift.dpdtmudd 1.285e+44 7.07  7.07  9.069e+38 0.00274   10319 
TS.diHPCARP_Ib.15aldHshift.umutpddd 3.151e+43 6.24  6.24  9.027e+38 0.00273   10320 
TS.diHPCARP_Ib.15aldHshift.dpdtmuuu 3.151e+43 6.24  6.24  9.025e+38 0.00273   10321 
TS.diHPCARP_Ib.15aldHshift.upummddd 3.259e+42 4.94  4.94  8.171e+38 0.00247   10322 
TS.diHPCARP_Ib.15aldHshift.umutmuuu 5.134e+43 6.60  6.60  7.972e+38 0.00241   10323 
TS.diHPCARP_Ib.15aldHshift.dpdtpddd 5.132e+43 6.60  6.60  7.969e+38 0.00241   10324 
TS.diHPCARP_Ib.15aldHshift.utdtmudd 2.786e+43 6.30  6.30  7.119e+38 0.00215   10325 
TS.diHPCARP_Ib.15aldHshift.utdmpddd 4.878e+42 5.27  5.27  7.114e+38 0.00215   10326 
TS.diHPCARP_Ib.15aldHshift.dtupmuuu 4.852e+42 5.27  5.27  7.052e+38 0.00213   10327 
TS.diHPCARP_Ib.15aldHshift.dtutpduu 2.766e+43 6.31  6.31  7.048e+38 0.00213   10328 
TS.diHPCARP_Ib.15aldHshift.utumpddd 3.926e+42 5.21  5.21  6.236e+38 0.00189   10329 
TS.diHPCARP_Ib.15aldHshift.dtdpmuuu 3.926e+42 5.21  5.21  6.236e+38 0.00189   10330 
TS.diHPCARP_Ib.15aldHshift.dmutmduu 9.787e+43 7.22  7.22  5.368e+38 0.00162   10331 
TS.diHPCARP_Ib.15aldHshift.updtpudd 9.786e+43 7.22  7.22  5.368e+38 0.00162   10332 
TS.diHPCARP_Ib.15aldHshift.umdpmddd 4.881e+42 5.45  5.45  5.259e+38 0.00159   10333 
TS.diHPCARP_Ib.15aldHshift.dpumpuuu 4.870e+42 5.45  5.45  5.236e+38 0.00158   10334 
TS.diHPCARP_Ib.15aldHshift.dmuttuuu 9.307e+43 7.21  7.21  5.177e+38 0.00157   10335 
TS.diHPCARP_Ib.15aldHshift.updttddd 9.307e+43 7.21  7.21  5.177e+38 0.00157   10336 
TS.diHPCARP_Ib.15aldHshift.utummddd 8.468e+42 5.82  5.82  4.880e+38 0.00148   10337 
TS.diHPCARP_Ib.15aldHshift.dtdppuuu 8.457e+42 5.82  5.82  4.868e+38 0.00147   10338 
TS.diHPCARP_Ib.15aldHshift.updpmudd 1.497e+43 6.21  6.21  4.481e+38 0.00136   10339 
TS.diHPCARP_Ib.15aldHshift.dpdtmddd 1.900e+44 7.73  7.73  4.426e+38 0.00134   10340 
TS.diHPCARP_Ib.15aldHshift.umdtpduu 3.998e+43 6.82  6.82  4.288e+38 0.0013    10341 
TS.diHPCARP_Ib.15aldHshift.dputpudd 3.998e+43 6.82  6.82  4.288e+38 0.0013    10342 
TS.diHPCARP_Ib.15aldHshift.dmuptudd 1.549e+44 7.67  7.67  4.017e+38 0.00122   10343 
TS.diHPCARP_Ib.15aldHshift.updmtduu 1.549e+44 7.67  7.67  4.016e+38 0.00122   10344 
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TS.diHPCARP_Ib.15aldHshift.dmuttddd 1.201e+44 7.53  7.53  3.953e+38 0.0012    10345 
TS.diHPCARP_Ib.15aldHshift.dpdtpuuu 6.719e+43 7.28  7.28  3.364e+38 0.00102   10346 
TS.diHPCARP_Ib.15aldHshift.umutmddd 6.719e+43 7.28  7.28  3.364e+38 0.00102   10347 
TS.diHPCARP_Ib.15aldHshift.dputmudd 4.307e+43 7.02  7.02  3.296e+38 0.000997  10348 
TS.diHPCARP_Ib.15aldHshift.umdtmduu 4.285e+43 7.02  7.02  3.275e+38 0.000991  10349 
TS.diHPCARP_Ib.15aldHshift.dtuppddd 1.305e+43 6.33  6.33  3.193e+38 0.000966  10350 
TS.diHPCARP_Ib.15aldHshift.utdmmuuu 1.305e+43 6.33  6.33  3.189e+38 0.000965  10351 
TS.diHPCARP_Ib.15aldHshift.dmumpddd 1.491e+43 6.42  6.42  3.128e+38 0.000947  10352 
TS.diHPCARP_Ib.15aldHshift.updpmuuu 1.491e+43 6.42  6.42  3.128e+38 0.000947  10353 
TS.diHPCARP_Ib.15aldHshift.updmmddd 2.008e+43 6.62  6.62  3.027e+38 0.000916  10354 
TS.diHPCARP_Ib.15aldHshift.dmuppuuu 1.997e+43 6.62  6.62  3.005e+38 0.000909  10355 
TS.diHPCARP_Ib.15aldHshift.dmupmddd 1.875e+43 6.60  6.60  2.928e+38 0.000886  10356 
TS.diHPCARP_Ib.15aldHshift.updmpuuu 1.875e+43 6.60  6.60  2.928e+38 0.000886  10357 
TS.diHPCARP_Ib.15aldHshift.dmutpudd 1.134e+44 7.72  7.72  2.673e+38 0.000809  10358 
TS.diHPCARP_Ib.15aldHshift.updttudd 1.512e+44 7.90  7.90  2.645e+38 0.0008    10359 
TS.diHPCARP_Ib.15aldHshift.dmuttduu 1.509e+44 7.90  7.90  2.637e+38 0.000798  10360 
TS.diHPCARP_Ib.15aldHshift.updtmduu 1.120e+44 7.73  7.73  2.618e+38 0.000792  10361 
TS.diHPCARP_Ib.15aldHshift.updppudd 4.084e+43 7.17  7.17  2.455e+38 0.000743  10362 
TS.diHPCARP_Ib.15aldHshift.dmummduu 4.084e+43 7.17  7.17  2.455e+38 0.000743  10363 
TS.diHPCARP_Ib.15aldHshift.dpdmpduu 1.856e+43 6.80  6.80  2.062e+38 0.000624  10364 
TS.diHPCARP_Ib.15aldHshift.umupmudd 1.854e+43 6.80  6.80  2.058e+38 0.000623  10365 
TS.diHPCARP_Ib.15aldHshift.dmdmtddd 9.724e+42 6.49  6.49  1.825e+38 0.000552  10366 
TS.diHPCARP_Ib.15aldHshift.umumtudd 5.348e+43 7.52  7.52  1.776e+38 0.000537  10367 
TS.diHPCARP_Ib.15aldHshift.dpdptduu 5.347e+43 7.52  7.52  1.776e+38 0.000537  10368 
TS.diHPCARP_Ib.15aldHshift.dtdmtuuu 2.502e+43 7.09  7.09  1.702e+38 0.000515  10369 
TS.diHPCARP_Ib.15aldHshift.utuptddd 2.501e+43 7.09  7.09  1.702e+38 0.000515  10370 
TS.diHPCARP_Ib.15aldHshift.dtumpddd 1.761e+43 6.89  6.89  1.698e+38 0.000514  10371 
TS.diHPCARP_Ib.15aldHshift.utdpmuuu 1.761e+43 6.89  6.89  1.697e+38 0.000514  10372 
TS.diHPCARP_Ib.15aldHshift.dmupmuuu 8.988e+42 6.50  6.50  1.657e+38 0.000501  10373 
TS.diHPCARP_Ib.15aldHshift.updmpddd 8.988e+42 6.50  6.50  1.657e+38 0.000501  10374 
TS.diHPCARP_Ib.15aldHshift.dputpddd 2.007e+43 6.98  6.98  1.656e+38 0.000501  10375 
TS.diHPCARP_Ib.15aldHshift.umdtmuuu 2.007e+43 6.98  6.98  1.656e+38 0.000501  10376 
TS.diHPCARP_Ib.15aldHshift.dpdmpuuu 2.492e+43 7.20  7.20  1.428e+38 0.000432  10377 
TS.diHPCARP_Ib.15aldHshift.utdttddd 9.057e+43 8.00  8.00  1.342e+38 0.000406  10378 
TS.diHPCARP_Ib.15aldHshift.upumtudd 7.240e+43 7.89  7.89  1.285e+38 0.000389  10379 
TS.diHPCARP_Ib.15aldHshift.dpummddd 4.665e+43 7.66  7.66  1.229e+38 0.000372  10380 
TS.diHPCARP_Ib.15aldHshift.dmupmduu 5.702e+42 6.43  6.43  1.182e+38 0.000358  10381 
TS.diHPCARP_Ib.15aldHshift.updmpudd 5.702e+42 6.43  6.43  1.182e+38 0.000358  10382 
TS.diHPCARP_Ib.15aldHshift.dtuppuuu 7.000e+42 6.57  6.57  1.148e+38 0.000347  10383 
TS.diHPCARP_Ib.15aldHshift.umumtuuu 6.545e+43 7.93  7.93  1.091e+38 0.00033   10384 
TS.diHPCARP_Ib.15aldHshift.dpdptudd 1.735e+43 7.17  7.17  1.033e+38 0.000313  10385 
TS.diHPCARP_Ib.15aldHshift.umdmtuuu 3.469e+43 7.62  7.62  9.765e+37 0.000295  10386 
TS.diHPCARP_Ib.15aldHshift.dpuptddd 3.469e+43 7.62  7.62  9.764e+37 0.000295  10387 
TS.diHPCARP_Ib.15aldHshift.umummudd 6.985e+42 6.69  6.69  9.391e+37 0.000284  10388 
TS.diHPCARP_Ib.15aldHshift.dpdttuuu 1.029e+44 8.37  8.37  8.196e+37 0.000248  10389 
TS.diHPCARP_Ib.15aldHshift.umuttddd 1.029e+44 8.37  8.37  8.196e+37 0.000248  10390 
TS.diHPCARP_Ib.15aldHshift.utumpudd 2.594e+42 6.22  6.22  7.673e+37 0.000232  10391 
TS.diHPCARP_Ib.15aldHshift.dtdpmduu 2.593e+42 6.22  6.22  7.673e+37 0.000232  10392 
TS.diHPCARP_Ib.15aldHshift.umutpudd 8.191e+43 8.33  8.33  7.032e+37 0.000213  10393 
TS.diHPCARP_Ib.15aldHshift.dpdtmduu 8.191e+43 8.33  8.33  7.032e+37 0.000213  10394 
TS.diHPCARP_Ib.15aldHshift.umuppddd 2.361e+43 7.60  7.60  6.876e+37 0.000208  10395 
TS.diHPCARP_Ib.15aldHshift.dpdmmuuu 2.360e+43 7.60  7.60  6.872e+37 0.000208  10396 
TS.diHPCARP_Ib.15aldHshift.umuptudd 1.007e+44 8.53  8.53  6.135e+37 0.000186  10397 
TS.diHPCARP_Ib.15aldHshift.dpdmtduu 1.007e+44 8.53  8.53  6.135e+37 0.000186  10398 
TS.diHPCARP_Ib.15aldHshift.utdmmddd 4.366e+42 6.70  6.70  5.740e+37 0.000174  10399 
TS.diHPCARP_Ib.15aldHshift.utdmtuuu 8.382e+42 7.11  7.11  5.552e+37 0.000168  10400 
TS.diHPCARP_Ib.15aldHshift.dputtddd 8.172e+43 8.58  8.58  4.612e+37 0.00014   10401 
TS.diHPCARP_Ib.15aldHshift.umdttuuu 8.164e+43 8.58  8.58  4.608e+37 0.000139  10402 
TS.diHPCARP_Ib.15aldHshift.dpdmtuuu 1.715e+44 9.03  9.03  4.565e+37 0.000138  10403 
TS.diHPCARP_Ib.15aldHshift.umuptddd 1.715e+44 9.03  9.03  4.564e+37 0.000138  10404 
TS.diHPCARP_Ib.15aldHshift.dpdttddd 1.054e+44 8.78  8.78  4.258e+37 0.000129  10405 
TS.diHPCARP_Ib.15aldHshift.updptddd 1.024e+44 8.79  8.79  4.017e+37 0.000122  10406 
TS.diHPCARP_Ib.15aldHshift.dmumtuuu 1.024e+44 8.79  8.79  4.017e+37 0.000122  10407 
TS.diHPCARP_Ib.15aldHshift.dpdptddd 1.019e+44 8.89  8.89  3.400e+37 0.000103  10408 
TS.diHPCARP_Ib.15aldHshift.utdmmduu 1.526e+44 9.21  9.21  3.001e+37 9.08e-05  10409 
TS.diHPCARP_Ib.15aldHshift.dpumtddd 6.510e+43 8.76  8.76  2.720e+37 8.23e-05  10410 
TS.diHPCARP_Ib.15aldHshift.dpdtpudd 1.278e+44 9.17  9.17  2.668e+37 8.07e-05  10411 
TS.diHPCARP_Ib.15aldHshift.dpdttduu 1.451e+44 9.28  9.28  2.522e+37 7.63e-05  10412 
TS.diHPCARP_Ib.15aldHshift.umuttudd 1.442e+44 9.28  9.28  2.502e+37 7.57e-05  10413 
TS.diHPCARP_Ib.15aldHshift.umummddd 2.318e+43 8.29  8.29  2.115e+37 6.4e-05   10414 
TS.diHPCARP_Ib.15aldHshift.dpdttudd 1.833e+44 9.56  9.56  1.980e+37 5.99e-05  10415 
TS.diHPCARP_Ib.15aldHshift.dmdmtudd 1.500e+44 9.51  9.51  1.785e+37 5.4e-05   10416 
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TS.diHPCARP_Ib.15aldHshift.upuptduu 1.497e+44 9.51  9.51  1.780e+37 5.39e-05  10417 
TS.diHPCARP_Ib.15aldHshift.dpdppuuu 1.948e+43 8.40  8.40  1.488e+37 4.5e-05   10418 
TS.diHPCARP_Ib.15aldHshift.umumtduu 2.868e+43 8.66  8.66  1.407e+37 4.26e-05  10419 
TS.diHPCARP_Ib.15aldHshift.dpdpmuuu 9.948e+42 8.11  8.11  1.229e+37 3.72e-05  10420 
TS.diHPCARP_Ib.15aldHshift.umumpddd 9.947e+42 8.11  8.11  1.229e+37 3.72e-05  10421 
TS.diHPCARP_Ib.15aldHshift.dmumpudd 1.029e+43 8.26  8.26  9.829e+36 2.97e-05  10422 
TS.diHPCARP_Ib.15aldHshift.dmumtudd 9.495e+43 9.61  9.61  9.433e+36 2.85e-05  10423 
TS.diHPCARP_Ib.15aldHshift.updptduu 9.494e+43 9.61  9.61  9.432e+36 2.85e-05  10424 
TS.diHPCARP_Ib.15aldHshift.umumpuuu 8.308e+43 9.55  9.55  9.113e+36 2.76e-05  10425 
TS.diHPCARP_Ib.15aldHshift.dpdpmddd 8.306e+43 9.55  9.55  9.110e+36 2.76e-05  10426 
TS.diHPCARP_Ib.15aldHshift.dmdmmddd 5.187e+43 9.32  9.32  8.442e+36 2.55e-05  10427 
TS.diHPCARP_Ib.15aldHshift.upuppuuu 5.184e+43 9.32  9.32  8.437e+36 2.55e-05  10428 
TS.diHPCARP_Ib.15aldHshift.umdptduu 2.287e+43 8.94  8.94  7.046e+36 2.13e-05  10429 
TS.diHPCARP_Ib.15aldHshift.dpdpmduu 7.185e+42 8.28  8.28  6.627e+36 2.01e-05  10430 
TS.diHPCARP_Ib.15aldHshift.umumpudd 7.182e+42 8.29  8.29  6.617e+36 2e-05     10431 
TS.diHPCARP_Ib.15aldHshift.umuppduu 3.769e+43 9.33  9.33  6.049e+36 1.83e-05  10432 
TS.diHPCARP_Ib.15aldHshift.dpdmmudd 3.752e+43 9.33  9.33  6.021e+36 1.82e-05  10433 
TS.diHPCARP_Ib.15aldHshift.umummduu 4.903e+43 9.49  9.49  5.965e+36 1.8e-05   10434 
TS.diHPCARP_Ib.15aldHshift.dmdmpudd 5.022e+43 9.57  9.57  5.389e+36 1.63e-05  10435 
TS.diHPCARP_Ib.15aldHshift.upupmduu 5.021e+43 9.57  9.57  5.382e+36 1.63e-05  10436 
TS.diHPCARP_Ib.15aldHshift.updppuuu 4.268e+43 9.50  9.50  5.107e+36 1.55e-05  10437 
TS.diHPCARP_Ib.15aldHshift.dmummddd 4.268e+43 9.50  9.50  5.107e+36 1.55e-05  10438 
TS.diHPCARP_Ib.15aldHshift.dtumtudd 8.013e+43 10.49 10.49 1.823e+36 5.52e-06  10439 
TS.diHPCARP_Ib.15aldHshift.utdptduu 8.012e+43 10.49 10.49 1.823e+36 5.52e-06  10440 
TS.diHPCARP_Ib.15aldHshift.umupmddd 1.256e+43 9.67  9.67  1.127e+36 3.41e-06  10441 
TS.diHPCARP_Ib.15aldHshift.utdttuuu 3.777e+43 10.37 10.37 1.045e+36 3.16e-06  10442 
TS.diHPCARP_Ib.15aldHshift.utdppuuu 3.517e+43 10.70 10.70 5.683e+35 1.72e-06  10443 
TS.diHPCARP_Ib.15aldHshift.dtummddd 3.301e+43 10.71 10.71 5.223e+35 1.58e-06  10444 
TS.diHPCARP_Ib.15aldHshift.utdttduu 4.161e+43 10.94 10.94 4.453e+35 1.35e-06  10445 
TS.diHPCARP_Ib.15aldHshift.dpdmtddd 1.489e+43 10.38 10.38 4.067e+35 1.23e-06  10446 
TS.diHPCARP_Ib.15aldHshift.umdppuuu 1.463e+43 11.16 11.16 1.085e+35 3.28e-07  10447 
TS.diHPCARP_Ib.15aldHshift.utdmpuuu 5.757e+42 10.70 10.70 9.221e+34 2.79e-07  10448 
TS.diHPCARP_Ib.15aldHshift.dpdmtudd 1.125e+44 12.65 12.65 6.854e+34 2.07e-07  10449 
Total                                                     3.305e+43 100       10450 
 10451 
 10452 
 10453 
1,6-aldehyde-H-shift in (2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-10454 
Ic) 10455 
======================================================================================10456 
= 10457 
 10458 
Population analysis at 300K. Vibrational scaling: 0.971.  10459 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10460 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10461 
%: contribution to the population (with current data set assumed 100%) 10462 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         10463 
----------------------------------------------------------------------------- 10464 
TS.diHPCARP_Ic.16aldHshift.a.pmtmud 4.549e+42 0.00  0.00  4.549e+42 32.8      10465 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdu 1.227e+43 1.07  1.07  2.049e+42 14.8      10466 
TS.diHPCARP_Ic.16aldHshift.b.pmtmud 5.365e+42 0.62  0.62  1.884e+42 13.6      10467 
TS.diHPCARP_Ic.16aldHshift.a.mptmud 5.446e+42 0.88  0.88  1.253e+42 9.03      10468 
TS.diHPCARP_Ic.16aldHshift.b.mptmud 5.619e+42 1.24  1.24  7.028e+41 5.06      10469 
TS.diHPCARP_Ic.16aldHshift.a.ppmpdu 9.533e+42 1.60  1.60  6.551e+41 4.72      10470 
TS.diHPCARP_Ic.16aldHshift.e.pptmud 5.236e+42 1.42  1.42  4.855e+41 3.5       10471 
TS.diHPCARP_Ic.16aldHshift.a.tmmpdu 1.113e+43 1.96  1.96  4.139e+41 2.98      10472 
TS.diHPCARP_Ic.16aldHshift.a.pmmmud 1.852e+43 2.35  2.35  3.578e+41 2.58      10473 
TS.diHPCARP_Ic.16aldHshift.b.pmppud 3.550e+42 1.50  1.50  2.866e+41 2.06      10474 
TS.diHPCARP_Ic.16aldHshift.a.pptmud 4.092e+42 1.99  1.99  1.465e+41 1.06      10475 
TS.diHPCARP_Ic.16aldHshift.a.mpmpdu 7.855e+42 2.51  2.51  1.169e+41 0.842     10476 
TS.diHPCARP_Ic.16aldHshift.b.ppppud 3.233e+42 2.05  2.05  1.032e+41 0.743     10477 
TS.diHPCARP_Ic.16aldHshift.e.pptpud 7.180e+42 2.54  2.54  1.014e+41 0.73      10478 
TS.diHPCARP_Ic.16aldHshift.a.pmpmud 2.981e+43 3.46  3.46  9.040e+40 0.651     10479 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdu 1.907e+43 3.26  3.26  8.059e+40 0.581     10480 
TS.diHPCARP_Ic.16aldHshift.a.pmppud 4.230e+42 2.62  2.62  5.209e+40 0.375     10481 
TS.diHPCARP_Ic.16aldHshift.e.pmmpdu 1.184e+43 3.30  3.30  4.706e+40 0.339     10482 
TS.diHPCARP_Ic.16aldHshift.b.mpppud 3.768e+42 2.63  2.63  4.561e+40 0.329     10483 
TS.diHPCARP_Ic.16aldHshift.a.pmmmdu 2.492e+43 3.80  3.80  4.242e+40 0.306     10484 
TS.diHPCARP_Ic.16aldHshift.a.mpmmud 1.632e+43 3.65  3.65  3.572e+40 0.257     10485 
TS.diHPCARP_Ic.16aldHshift.e.mpmpdu 4.763e+42 2.94  2.94  3.453e+40 0.249     10486 
TS.diHPCARP_Ic.16aldHshift.a.pppmdu 1.826e+43 3.83  3.83  2.979e+40 0.215     10487 
TS.diHPCARP_Ic.16aldHshift.a.pptpud 6.722e+42 3.25  3.25  2.893e+40 0.208     10488 
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TS.diHPCARP_Ic.16aldHshift.a.pmppdu 4.823e+43 4.57  4.57  2.274e+40 0.164     10489 
TS.diHPCARP_Ic.16aldHshift.b.mmmpdu 3.058e+42 3.00  3.00  1.985e+40 0.143     10490 
TS.diHPCARP_Ic.16aldHshift.b.pmmmud 2.504e+43 4.30  4.30  1.858e+40 0.134     10491 
TS.diHPCARP_Ic.16aldHshift.e.pmpmdu 5.220e+42 3.37  3.37  1.824e+40 0.131     10492 
TS.diHPCARP_Ic.16aldHshift.a.pmtpud 1.285e+43 3.95  3.95  1.698e+40 0.122     10493 
TS.diHPCARP_Ic.16aldHshift.e.pppmud 7.446e+42 3.65  3.65  1.640e+40 0.118     10494 
TS.diHPCARP_Ic.16aldHshift.b.tmmpdu 8.513e+42 3.75  3.75  1.576e+40 0.114     10495 
TS.diHPCARP_Ic.16aldHshift.e.mppmdu 3.835e+42 3.38  3.38  1.316e+40 0.0948    10496 
TS.diHPCARP_Ic.16aldHshift.a.pmtmdu 4.433e+43 5.02  5.02  9.831e+39 0.0708    10497 
TS.diHPCARP_Ic.16aldHshift.a.tmpmdu 1.402e+43 4.37  4.37  9.169e+39 0.0661    10498 
TS.diHPCARP_Ic.16aldHshift.b.ppmpdu 8.950e+42 4.11  4.11  9.082e+39 0.0654    10499 
TS.diHPCARP_Ic.16aldHshift.b.mmpmdu 2.657e+42 3.41  3.41  8.758e+39 0.0631    10500 
TS.diHPCARP_Ic.16aldHshift.a.ppppud 3.716e+42 3.68  3.68  7.750e+39 0.0558    10501 
TS.diHPCARP_Ic.16aldHshift.a.ppmmdu 3.457e+43 5.06  5.06  7.121e+39 0.0513    10502 
TS.diHPCARP_Ic.16aldHshift.a.mpppud 4.356e+42 3.85  3.85  6.836e+39 0.0493    10503 
TS.diHPCARP_Ic.16aldHshift.c.pmmmud 1.272e+43 4.54  4.54  6.280e+39 0.0452    10504 
TS.diHPCARP_Ic.16aldHshift.b.pmtpdu 1.474e+43 4.68  4.68  5.731e+39 0.0413    10505 
TS.diHPCARP_Ic.16aldHshift.a.ppmpud 1.584e+43 4.74  4.74  5.542e+39 0.0399    10506 
TS.diHPCARP_Ic.16aldHshift.e.ppmpud 1.671e+43 4.84  4.84  4.977e+39 0.0359    10507 
TS.diHPCARP_Ic.16aldHshift.e.tmpmdu 8.464e+42 4.54  4.54  4.144e+39 0.0299    10508 
TS.diHPCARP_Ic.16aldHshift.a.pppmud 9.980e+42 4.66  4.66  4.030e+39 0.029     10509 
TS.diHPCARP_Ic.16aldHshift.a.mppmud 1.814e+43 5.05  5.05  3.799e+39 0.0274    10510 
TS.diHPCARP_Ic.16aldHshift.a.pmtpdu 8.163e+42 4.60  4.60  3.643e+39 0.0262    10511 
TS.diHPCARP_Ic.16aldHshift.a.pptpdu 7.147e+43 5.99  5.99  3.095e+39 0.0223    10512 
TS.diHPCARP_Ic.16aldHshift.c.pmmpud 1.613e+43 5.14  5.14  2.889e+39 0.0208    10513 
TS.diHPCARP_Ic.16aldHshift.b.mmppdu 1.456e+43 5.08  5.08  2.885e+39 0.0208    10514 
TS.diHPCARP_Ic.16aldHshift.b.pppmdu 8.846e+42 4.83  4.83  2.660e+39 0.0192    10515 
TS.diHPCARP_Ic.16aldHshift.c.pmtpud 9.617e+42 4.91  4.91  2.558e+39 0.0184    10516 
TS.diHPCARP_Ic.16aldHshift.b.pmtpud 1.104e+43 5.00  5.00  2.536e+39 0.0183    10517 
TS.diHPCARP_Ic.16aldHshift.e.tmppud 5.664e+42 4.71  4.71  2.105e+39 0.0152    10518 
TS.diHPCARP_Ic.16aldHshift.a.mptpud 1.606e+43 5.42  5.42  1.815e+39 0.0131    10519 
TS.diHPCARP_Ic.16aldHshift.b.mmmmdu 8.233e+42 5.02  5.02  1.804e+39 0.013     10520 
TS.diHPCARP_Ic.16aldHshift.e.tptmud 9.097e+42 5.16  5.16  1.597e+39 0.0115    10521 
TS.diHPCARP_Ic.16aldHshift.a.pptmdu 4.614e+43 6.12  6.12  1.596e+39 0.0115    10522 
TS.diHPCARP_Ic.16aldHshift.b.mpmmud 2.117e+43 5.68  5.68  1.531e+39 0.011     10523 
TS.diHPCARP_Ic.16aldHshift.c.pmpmud 6.715e+42 5.08  5.08  1.328e+39 0.00957   10524 
TS.diHPCARP_Ic.16aldHshift.e.ppmmud 1.816e+43 5.72  5.72  1.236e+39 0.00891   10525 
TS.diHPCARP_Ic.16aldHshift.a.mppmdu 1.397e+43 5.57  5.57  1.229e+39 0.00886   10526 
TS.diHPCARP_Ic.16aldHshift.a.mmtmud 8.622e+42 5.30  5.30  1.191e+39 0.00858   10527 
TS.diHPCARP_Ic.16aldHshift.c.pmppud 1.052e+43 5.43  5.43  1.159e+39 0.00835   10528 
TS.diHPCARP_Ic.16aldHshift.e.pmtmdu 1.997e+43 5.84  5.84  1.117e+39 0.00805   10529 
TS.diHPCARP_Ic.16aldHshift.a.tmmmdu 2.226e+43 5.92  5.92  1.079e+39 0.00778   10530 
TS.diHPCARP_Ic.16aldHshift.b.pmmmdu 4.172e+43 6.42  6.42  8.753e+38 0.00631   10531 
TS.diHPCARP_Ic.16aldHshift.c.pmmmdu 3.455e+43 6.32  6.32  8.537e+38 0.00615   10532 
TS.diHPCARP_Ic.16aldHshift.e.tpppud 4.800e+42 5.20  5.20  7.774e+38 0.0056    10533 
TS.diHPCARP_Ic.16aldHshift.a.tmppdu 4.876e+43 6.61  6.61  7.509e+38 0.00541   10534 
TS.diHPCARP_Ic.16aldHshift.c.tpmmdu 1.440e+43 5.91  5.91  7.076e+38 0.0051    10535 
TS.diHPCARP_Ic.16aldHshift.e.tmtmdu 5.819e+43 6.75  6.75  7.051e+38 0.00508   10536 
TS.diHPCARP_Ic.16aldHshift.a.tmppud 5.225e+42 5.32  5.32  6.915e+38 0.00498   10537 
TS.diHPCARP_Ic.16aldHshift.b.mmtmud 1.217e+43 5.88  5.88  6.305e+38 0.00454   10538 
TS.diHPCARP_Ic.16aldHshift.e.mptmdu 8.579e+42 5.68  5.68  6.292e+38 0.00453   10539 
TS.diHPCARP_Ic.16aldHshift.e.tmtpud 9.482e+42 5.75  5.75  6.110e+38 0.0044    10540 
TS.diHPCARP_Ic.16aldHshift.a.tmtmdu 6.349e+43 6.89  6.89  6.101e+38 0.0044    10541 
TS.diHPCARP_Ic.16aldHshift.c.mpmmud 1.384e+43 6.01  6.01  5.754e+38 0.00415   10542 
TS.diHPCARP_Ic.16aldHshift.b.mptpud 1.244e+43 6.12  6.12  4.317e+38 0.00311   10543 
TS.diHPCARP_Ic.16aldHshift.c.mptpud 1.282e+43 6.25  6.25  3.565e+38 0.00257   10544 
TS.diHPCARP_Ic.16aldHshift.c.pmmpdu 2.185e+43 6.58  6.58  3.508e+38 0.00253   10545 
TS.diHPCARP_Ic.16aldHshift.c.mpmpud 1.708e+43 6.47  6.47  3.331e+38 0.0024    10546 
TS.diHPCARP_Ic.16aldHshift.b.pptmdu 5.788e+43 7.24  7.24  3.054e+38 0.0022    10547 
TS.diHPCARP_Ic.16aldHshift.a.tmpmud 8.590e+42 6.26  6.26  2.352e+38 0.0017    10548 
TS.diHPCARP_Ic.16aldHshift.e.pmppdu 2.457e+43 6.91  6.91  2.265e+38 0.00163   10549 
TS.diHPCARP_Ic.16aldHshift.e.tmpmud 7.504e+42 6.23  6.23  2.166e+38 0.00156   10550 
TS.diHPCARP_Ic.16aldHshift.a.tmmpud 1.192e+43 6.51  6.51  2.151e+38 0.00155   10551 
TS.diHPCARP_Ic.16aldHshift.a.tpppud 5.110e+42 6.15  6.15  1.685e+38 0.00121   10552 
TS.diHPCARP_Ic.16aldHshift.a.mmmmud 2.209e+43 7.09  7.09  1.514e+38 0.00109   10553 
TS.diHPCARP_Ic.16aldHshift.a.tmmmud 1.086e+43 6.69  6.69  1.453e+38 0.00105   10554 
TS.diHPCARP_Ic.16aldHshift.c.mppmud 8.187e+42 6.57  6.57  1.351e+38 0.000973  10555 
TS.diHPCARP_Ic.16aldHshift.b.tmmmdu 4.524e+43 7.66  7.66  1.190e+38 0.000857  10556 
TS.diHPCARP_Ic.16aldHshift.e.tmppdu 4.377e+43 7.66  7.66  1.152e+38 0.00083   10557 
TS.diHPCARP_Ic.16aldHshift.a.tmtpdu 1.865e+43 7.16  7.16  1.143e+38 0.000824  10558 
TS.diHPCARP_Ic.16aldHshift.e.mpppdu 1.320e+43 6.97  6.97  1.109e+38 0.000799  10559 
TS.diHPCARP_Ic.16aldHshift.b.ppmmdu 4.801e+43 7.76  7.76  1.076e+38 0.000775  10560 
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TS.diHPCARP_Ic.16aldHshift.c.mpppud 7.190e+42 6.70  6.70  9.496e+37 0.000684  10561 
TS.diHPCARP_Ic.16aldHshift.b.ppppdu 6.373e+43 8.05  8.05  8.653e+37 0.000623  10562 
TS.diHPCARP_Ic.16aldHshift.a.mpppdu 1.310e+43 7.20  7.20  7.469e+37 0.000538  10563 
TS.diHPCARP_Ic.16aldHshift.e.tmmpud 1.729e+43 7.38  7.38  7.251e+37 0.000522  10564 
TS.diHPCARP_Ic.16aldHshift.b.tppmdu 2.024e+43 7.49  7.49  7.019e+37 0.000506  10565 
TS.diHPCARP_Ic.16aldHshift.b.tptmdu 5.187e+43 8.12  8.12  6.266e+37 0.000451  10566 
TS.diHPCARP_Ic.16aldHshift.e.tmmmud 1.444e+43 7.44  7.44  5.517e+37 0.000398  10567 
TS.diHPCARP_Ic.16aldHshift.a.mmmpud 3.738e+43 8.02  8.02  5.333e+37 0.000384  10568 
TS.diHPCARP_Ic.16aldHshift.c.ppmmdu 3.128e+43 8.06  8.06  4.185e+37 0.000302  10569 
TS.diHPCARP_Ic.16aldHshift.c.ppmpud 2.913e+43 8.11  8.11  3.599e+37 0.000259  10570 
TS.diHPCARP_Ic.16aldHshift.b.pptpdu 1.535e+43 7.74  7.74  3.533e+37 0.000255  10571 
TS.diHPCARP_Ic.16aldHshift.c.ppmpdu 2.077e+43 7.97  7.97  3.225e+37 0.000232  10572 
TS.diHPCARP_Ic.16aldHshift.a.mmpmud 2.517e+43 8.09  8.09  3.223e+37 0.000232  10573 
TS.diHPCARP_Ic.16aldHshift.b.mmppud 8.101e+42 7.47  7.47  2.924e+37 0.000211  10574 
TS.diHPCARP_Ic.16aldHshift.b.tpppdu 1.726e+43 7.99  7.99  2.598e+37 0.000187  10575 
TS.diHPCARP_Ic.16aldHshift.e.mmmmud 5.519e+43 8.69  8.69  2.591e+37 0.000187  10576 
TS.diHPCARP_Ic.16aldHshift.a.mptmdu 1.420e+43 7.96  7.96  2.259e+37 0.000163  10577 
TS.diHPCARP_Ic.16aldHshift.a.mmtpud 2.450e+43 8.32  8.32  2.141e+37 0.000154  10578 
TS.diHPCARP_Ic.16aldHshift.e.mmpmud 4.248e+43 8.65  8.65  2.137e+37 0.000154  10579 
TS.diHPCARP_Ic.16aldHshift.a.mmppud 1.536e+43 8.18  8.18  1.700e+37 0.000122  10580 
TS.diHPCARP_Ic.16aldHshift.b.tmtmud 5.748e+42 7.61  7.61  1.640e+37 0.000118  10581 
TS.diHPCARP_Ic.16aldHshift.c.pmpmdu 6.072e+43 9.07  9.07  1.491e+37 0.000107  10582 
TS.diHPCARP_Ic.16aldHshift.e.mmtpud 4.750e+43 8.98  8.98  1.368e+37 9.86e-05  10583 
TS.diHPCARP_Ic.16aldHshift.a.tpmmud 2.978e+43 8.72  8.72  1.333e+37 9.61e-05  10584 
TS.diHPCARP_Ic.16aldHshift.c.pmtmdu 3.748e+43 8.90  8.90  1.242e+37 8.95e-05  10585 
TS.diHPCARP_Ic.16aldHshift.b.tptpdu 4.445e+42 7.66  7.66  1.162e+37 8.37e-05  10586 
TS.diHPCARP_Ic.16aldHshift.c.pmppdu 4.923e+43 9.13  9.13  1.095e+37 7.89e-05  10587 
TS.diHPCARP_Ic.16aldHshift.c.pmtpdu 3.018e+43 8.84  8.84  1.089e+37 7.85e-05  10588 
TS.diHPCARP_Ic.16aldHshift.c.pppmud 1.552e+43 8.47  8.47  1.044e+37 7.52e-05  10589 
TS.diHPCARP_Ic.16aldHshift.e.mmmpud 6.662e+43 9.62  9.62  6.571e+36 4.73e-05  10590 
TS.diHPCARP_Ic.16aldHshift.c.ppppud 1.927e+43 8.88  8.88  6.546e+36 4.72e-05  10591 
TS.diHPCARP_Ic.16aldHshift.c.mmtpud 1.890e+43 9.00  9.00  5.222e+36 3.76e-05  10592 
TS.diHPCARP_Ic.16aldHshift.c.mmmmud 1.942e+43 9.24  9.24  3.608e+36 2.6e-05   10593 
TS.diHPCARP_Ic.16aldHshift.c.mmmpud 2.339e+43 9.47  9.47  2.933e+36 2.11e-05  10594 
TS.diHPCARP_Ic.16aldHshift.c.tmmpud 2.171e+43 9.52  9.52  2.529e+36 1.82e-05  10595 
TS.diHPCARP_Ic.16aldHshift.c.pppmdu 8.318e+43 10.46 10.46 1.995e+36 1.44e-05  10596 
TS.diHPCARP_Ic.16aldHshift.c.pptpdu 5.148e+43 10.21 10.21 1.880e+36 1.35e-05  10597 
TS.diHPCARP_Ic.16aldHshift.e.tpmmud 3.497e+43 10.04 10.04 1.691e+36 1.22e-05  10598 
TS.diHPCARP_Ic.16aldHshift.c.pptmdu 4.050e+43 10.13 10.13 1.686e+36 1.21e-05  10599 
TS.diHPCARP_Ic.16aldHshift.c.ppppdu 8.350e+43 10.64 10.64 1.482e+36 1.07e-05  10600 
TS.diHPCARP_Ic.16aldHshift.c.mmpmud 1.142e+43 9.61  9.61  1.139e+36 8.21e-06  10601 
TS.diHPCARP_Ic.16aldHshift.c.tpmmud 4.826e+43 10.67 10.67 8.109e+35 5.84e-06  10602 
TS.diHPCARP_Ic.16aldHshift.c.mmppud 1.350e+43 10.17 10.17 5.275e+35 3.8e-06   10603 
TS.diHPCARP_Ic.16aldHshift.c.tpmpud 7.767e+43 11.49 11.49 3.314e+35 2.39e-06  10604 
TS.diHPCARP_Ic.16aldHshift.e.tptpud 3.108e+43 11.13 11.13 2.441e+35 1.76e-06  10605 
TS.diHPCARP_Ic.16aldHshift.c.tmtpdu 6.385e+43 11.69 11.69 1.932e+35 1.39e-06  10606 
TS.diHPCARP_Ic.16aldHshift.a.tptpud 3.012e+43 11.29 11.29 1.799e+35 1.3e-06   10607 
TS.diHPCARP_Ic.16aldHshift.c.tmtmdu 3.973e+43 11.48 11.48 1.710e+35 1.23e-06  10608 
TS.diHPCARP_Ic.16aldHshift.c.tppmud 3.523e+43 11.79 11.79 9.098e+34 6.56e-07  10609 
TS.diHPCARP_Ic.16aldHshift.c.tpppud 4.571e+43 12.20 12.20 5.929e+34 4.27e-07  10610 
Total                                                     1.388e+43 100       10611 
 10612 
 10613 
 10614 
1,6-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-10615 
HPCARP-Ia), forming B' (di-HPCARP-Ib) 10616 
======================================================================================10617 
================================= 10618 
 10619 
Population analysis at 300K. Vibrational scaling: 0.971.  10620 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10621 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10622 
%: contribution to the population (with current data set assumed 100%) 10623 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         10624 
---------------------------------------------------------------------------- 10625 
TS.diHPCARP_I.16OOHHshift.b.lmmpdu 3.576e+42 0.00  0.00  3.576e+42 90.2      10626 
TS.diHPCARP_I.16OOHHshift.b.hppmud 2.850e+42 1.50  1.50  2.293e+41 5.79      10627 
TS.diHPCARP_I.16OOHHshift.a.tpppud 2.488e+43 3.67  3.67  5.239e+40 1.32      10628 
TS.diHPCARP_I.16OOHHshift.b.tmpmdu 5.837e+42 2.85  2.85  4.910e+40 1.24      10629 
TS.diHPCARP_I.16OOHHshift.b.lppmdu 1.060e+43 3.83  3.83  1.707e+40 0.431     10630 
TS.diHPCARP_I.16OOHHshift.b.ttmpdu 1.530e+43 4.34  4.34  1.048e+40 0.264     10631 
TS.diHPCARP_I.16OOHHshift.b.lpppdu 1.190e+43 4.67  4.67  4.708e+39 0.119     10632 
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TS.diHPCARP_I.16OOHHshift.a.lmmpdu 6.386e+42 4.41  4.41  3.895e+39 0.0983    10633 
TS.diHPCARP_I.16OOHHshift.a.ttmpud 8.838e+42 4.65  4.65  3.618e+39 0.0913    10634 
TS.diHPCARP_I.16OOHHshift.a.tptmud 2.969e+43 5.50  5.50  2.912e+39 0.0735    10635 
TS.diHPCARP_I.16OOHHshift.b.lptmdu 3.285e+43 5.78  5.78  2.013e+39 0.0508    10636 
TS.diHPCARP_I.16OOHHshift.b.hpppud 1.714e+43 5.60  5.60  1.430e+39 0.0361    10637 
TS.diHPCARP_I.16OOHHshift.a.tptpud 3.361e+43 6.14  6.14  1.138e+39 0.0287    10638 
TS.diHPCARP_I.16OOHHshift.a.ttptdu 5.140e+43 6.53  6.53  8.937e+38 0.0226    10639 
TS.diHPCARP_I.16OOHHshift.a.lppmdu 1.361e+43 5.79  5.79  8.290e+38 0.0209    10640 
TS.diHPCARP_I.16OOHHshift.b.lmmmdu 1.792e+43 6.00  6.00  7.685e+38 0.0194    10641 
TS.diHPCARP_I.16OOHHshift.a.ttpmud 8.989e+42 5.65  5.65  6.866e+38 0.0173    10642 
TS.diHPCARP_I.16OOHHshift.b.lmttdu 2.705e+43 6.34  6.34  6.557e+38 0.0165    10643 
TS.diHPCARP_I.16OOHHshift.a.ltmpdu 1.648e+43 6.13  6.13  5.612e+38 0.0142    10644 
TS.diHPCARP_I.16OOHHshift.a.hmpmdu 5.390e+42 5.51  5.51  5.229e+38 0.0132    10645 
TS.diHPCARP_I.16OOHHshift.b.lptpdu 3.259e+43 6.65  6.65  4.696e+38 0.0118    10646 
TS.diHPCARP_I.16OOHHshift.a.ttppdu 3.428e+43 6.81  6.81  3.752e+38 0.00947   10647 
TS.diHPCARP_I.16OOHHshift.a.lpppdu 1.294e+43 6.26  6.26  3.591e+38 0.00906   10648 
TS.diHPCARP_I.16OOHHshift.a.tmtpud 2.116e+43 6.57  6.57  3.455e+38 0.00872   10649 
TS.diHPCARP_I.16OOHHshift.b.htmpud 2.173e+43 6.61  6.61  3.343e+38 0.00844   10650 
TS.diHPCARP_I.16OOHHshift.b.lpppud 2.753e+43 6.77  6.77  3.197e+38 0.00807   10651 
TS.diHPCARP_I.16OOHHshift.a.hmmtdu 6.147e+42 6.01  6.01  2.558e+38 0.00646   10652 
TS.diHPCARP_I.16OOHHshift.b.hptmud 2.861e+43 6.95  6.95  2.483e+38 0.00627   10653 
TS.diHPCARP_I.16OOHHshift.b.hmptdu 2.217e+43 7.14  7.14  1.388e+38 0.0035    10654 
TS.diHPCARP_I.16OOHHshift.b.cmmmdu 1.586e+43 7.03  7.03  1.191e+38 0.00301   10655 
TS.diHPCARP_I.16OOHHshift.b.hmppdu 2.128e+43 7.26  7.26  1.090e+38 0.00275   10656 
TS.diHPCARP_I.16OOHHshift.b.hmttdu 4.671e+43 7.75  7.75  1.056e+38 0.00266   10657 
TS.diHPCARP_I.16OOHHshift.a.lptmdu 5.306e+43 7.85  7.85  1.021e+38 0.00258   10658 
TS.diHPCARP_I.16OOHHshift.a.lpmmdu 1.348e+43 7.19  7.19  7.787e+37 0.00197   10659 
TS.diHPCARP_I.16OOHHshift.b.hptpud 2.480e+43 7.60  7.60  7.174e+37 0.00181   10660 
TS.diHPCARP_I.16OOHHshift.a.tptpdu 9.590e+42 7.29  7.29  4.663e+37 0.00118   10661 
TS.diHPCARP_I.16OOHHshift.b.hmtpud 1.549e+43 7.59  7.59  4.544e+37 0.00115   10662 
TS.diHPCARP_I.16OOHHshift.a.tttmdu 6.714e+43 8.49  8.49  4.423e+37 0.00112   10663 
TS.diHPCARP_I.16OOHHshift.a.ttmmdu 3.449e+43 8.11  8.11  4.271e+37 0.00108   10664 
TS.diHPCARP_I.16OOHHshift.a.tttpdu 4.332e+43 8.28  8.28  4.012e+37 0.00101   10665 
TS.diHPCARP_I.16OOHHshift.a.lttmdu 6.394e+43 8.58  8.58  3.603e+37 0.000909  10666 
TS.diHPCARP_I.16OOHHshift.b.httmud 2.923e+43 8.26  8.26  2.801e+37 0.000707  10667 
TS.diHPCARP_I.16OOHHshift.b.lptpud 5.227e+43 8.80  8.80  2.041e+37 0.000515  10668 
TS.diHPCARP_I.16OOHHshift.a.mmmmdu 2.072e+43 8.34  8.34  1.741e+37 0.000439  10669 
TS.diHPCARP_I.16OOHHshift.b.ltpmud 1.915e+43 8.52  8.52  1.188e+37 0.0003    10670 
TS.diHPCARP_I.16OOHHshift.b.cmptdu 3.994e+43 9.05  9.05  1.014e+37 0.000256  10671 
TS.diHPCARP_I.16OOHHshift.a.mmtpdu 3.284e+43 8.97  8.97  9.649e+36 0.000244  10672 
TS.diHPCARP_I.16OOHHshift.b.ctptdu 4.036e+43 9.15  9.15  8.649e+36 0.000218  10673 
TS.diHPCARP_I.16OOHHshift.a.hmttdu 5.417e+43 9.38  9.38  7.973e+36 0.000201  10674 
TS.diHPCARP_I.16OOHHshift.b.cmtpdu 2.773e+43 9.03  9.03  7.290e+36 0.000184  10675 
TS.diHPCARP_I.16OOHHshift.b.cpppud 2.216e+43 9.26  9.26  3.947e+36 9.96e-05  10676 
TS.diHPCARP_I.16OOHHshift.b.cmtmdu 3.292e+43 9.62  9.62  3.233e+36 8.16e-05  10677 
TS.diHPCARP_I.16OOHHshift.a.pmptdu 1.345e+43 9.24  9.24  2.517e+36 6.35e-05  10678 
TS.diHPCARP_I.16OOHHshift.a.mmptdu 2.495e+43 9.75  9.75  1.967e+36 4.96e-05  10679 
TS.diHPCARP_I.16OOHHshift.b.ctmpdu 1.770e+43 9.57  9.57  1.884e+36 4.75e-05  10680 
TS.diHPCARP_I.16OOHHshift.b.cppmdu 1.199e+43 9.38  9.38  1.763e+36 4.45e-05  10681 
TS.diHPCARP_I.16OOHHshift.b.hmmtud 1.132e+43 9.49  9.49  1.383e+36 3.49e-05  10682 
TS.diHPCARP_I.16OOHHshift.a.cpppdu 1.287e+43 9.79  9.79  9.573e+35 2.42e-05  10683 
TS.diHPCARP_I.16OOHHshift.b.ctttdu 4.069e+43 10.85 10.85 5.039e+35 1.27e-05  10684 
TS.diHPCARP_I.16OOHHshift.b.cpppdu 1.757e+43 10.52 10.52 3.833e+35 9.67e-06  10685 
TS.diHPCARP_I.16OOHHshift.a.cptmdu 3.258e+43 10.95 10.95 3.450e+35 8.71e-06  10686 
TS.diHPCARP_I.16OOHHshift.b.ctmtud 2.798e+43 10.88 10.88 3.337e+35 8.42e-06  10687 
TS.diHPCARP_I.16OOHHshift.b.cptmud 3.074e+43 11.11 11.11 2.478e+35 6.25e-06  10688 
TS.diHPCARP_I.16OOHHshift.b.cptmdu 3.592e+43 11.21 11.21 2.459e+35 6.2e-06   10689 
TS.diHPCARP_I.16OOHHshift.b.ctmmdu 3.547e+43 11.41 11.41 1.723e+35 4.35e-06  10690 
TS.diHPCARP_I.16OOHHshift.b.mpmpdu 6.228e+43 11.92 11.92 1.297e+35 3.27e-06  10691 
TS.diHPCARP_I.16OOHHshift.b.lpmmdu 9.578e+42 10.84 10.84 1.206e+35 3.04e-06  10692 
TS.diHPCARP_I.16OOHHshift.b.cptpud 2.860e+43 11.55 11.55 1.103e+35 2.78e-06  10693 
TS.diHPCARP_I.16OOHHshift.b.cpmmdu 1.406e+43 11.55 11.55 5.444e+34 1.37e-06  10694 
TS.diHPCARP_I.16OOHHshift.b.ctpmud 1.098e+43 11.78 11.78 2.895e+34 7.31e-07  10695 
TS.diHPCARP_I.16OOHHshift.b.cttmud 3.403e+43 12.45 12.45 2.882e+34 7.27e-07  10696 
TS.diHPCARP_I.16OOHHshift.b.cmtpud 2.587e+43 12.63 12.63 1.635e+34 4.13e-07  10697 
TS.diHPCARP_I.16OOHHshift.b.cmmtud 2.281e+43 14.41 14.41 7.261e+32 1.83e-08  10698 
TS.diHPCARP_I.16OOHHshift.a.hpmtdu 1.850e+43 14.45 14.45 5.543e+32 1.4e-08   10699 
Total                                                    3.963e+42 100       10700 
 10701 
 10702 
 10703 
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1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-10704 
HPCARP-Ia), forming C' (di-HPCARP-Ic) 10705 
======================================================================================10706 
================================= 10707 
 10708 
Population analysis at 300K. Vibrational scaling: 0.971.  10709 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10710 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10711 
%: contribution to the population (with current data set assumed 100%) 10712 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         10713 
---------------------------------------------------------------------------- 10714 
TS.diHPCARP_I.17OOHHshift.BB.tmuud 4.607e+42 0.00  0.00  4.607e+42 71.2      10715 
TS.diHPCARP_I.17OOHHshift.BB.ttddu 4.032e+42 1.05  1.05  6.950e+41 10.7      10716 
TS.diHPCARP_I.17OOHHshift.BB.ttudu 1.440e+43 2.10  2.10  4.221e+41 6.53      10717 
TS.diHPCARP_I.17OOHHshift.BB.tmudu 1.948e+42 1.53  1.53  1.491e+41 2.31      10718 
TS.diHPCARP_I.17OOHHshift.CR.hpddu 4.451e+42 2.31  2.31  9.271e+40 1.43      10719 
TS.diHPCARP_I.17OOHHshift.BB.mmdud 7.302e+42 2.60  2.60  9.269e+40 1.43      10720 
TS.diHPCARP_I.17OOHHshift.BB.tpdud 5.152e+42 2.44  2.44  8.660e+40 1.34      10721 
TS.diHPCARP_I.17OOHHshift.BB.htdud 2.329e+43 3.53  3.53  6.265e+40 0.969     10722 
TS.diHPCARP_I.17OOHHshift.BB.ttuud 2.586e+43 3.64  3.64  5.768e+40 0.892     10723 
TS.diHPCARP_I.17OOHHshift.BB.lmddu 1.566e+43 3.48  3.48  4.565e+40 0.706     10724 
TS.diHPCARP_I.17OOHHshift.BB.ltuud 1.368e+43 3.42  3.42  4.445e+40 0.687     10725 
TS.diHPCARP_I.17OOHHshift.BB.lpuud 1.413e+43 3.72  3.72  2.776e+40 0.429     10726 
TS.diHPCARP_I.17OOHHshift.BB.ltdud 1.873e+43 3.89  3.89  2.736e+40 0.423     10727 
TS.diHPCARP_I.17OOHHshift.BB.cmudu 1.851e+42 3.20  3.20  8.671e+39 0.134     10728 
TS.diHPCARP_I.17OOHHshift.CR.tmdud 4.916e+42 3.94  3.94  6.666e+39 0.103     10729 
TS.diHPCARP_I.17OOHHshift.BB.mtuud 2.668e+43 5.01  5.01  5.967e+39 0.0923    10730 
TS.diHPCARP_I.17OOHHshift.BB.lpddu 4.336e+42 3.94  3.94  5.813e+39 0.0899    10731 
TS.diHPCARP_I.17OOHHshift.BB.ctdud 2.458e+43 5.00  5.00  5.634e+39 0.0871    10732 
TS.diHPCARP_I.17OOHHshift.CR.tmuud 4.870e+42 4.06  4.06  5.366e+39 0.083     10733 
TS.diHPCARP_I.17OOHHshift.BB.mpuud 2.195e+43 5.01  5.01  4.924e+39 0.0761    10734 
TS.diHPCARP_I.17OOHHshift.BB.lmdud 3.934e+42 4.14  4.14  3.779e+39 0.0584    10735 
TS.diHPCARP_I.17OOHHshift.BB.tpudu 3.347e+42 4.28  4.28  2.562e+39 0.0396    10736 
TS.diHPCARP_I.17OOHHshift.BB.ctddu 3.324e+42 4.40  4.40  2.081e+39 0.0322    10737 
TS.diHPCARP_I.17OOHHshift.BC.lpddu 7.719e+42 5.23  5.23  1.190e+39 0.0184    10738 
TS.diHPCARP_I.17OOHHshift.CR.lpddu 6.111e+42 5.12  5.12  1.131e+39 0.0175    10739 
TS.diHPCARP_I.17OOHHshift.BC.htuud 5.615e+42 5.17  5.17  9.632e+38 0.0149    10740 
TS.diHPCARP_I.17OOHHshift.CR.tpdud 2.682e+42 4.76  4.76  9.120e+38 0.0141    10741 
TS.diHPCARP_I.17OOHHshift.BB.cpddu 4.521e+42 6.01  6.01  1.891e+38 0.00292   10742 
TS.diHPCARP_I.17OOHHshift.CR.cmuud 4.020e+42 6.04  6.04  1.612e+38 0.00249   10743 
TS.diHPCARP_I.17OOHHshift.BC.pmuud 7.683e+42 6.56  6.56  1.277e+38 0.00197   10744 
TS.diHPCARP_I.17OOHHshift.BC.ppudu 1.213e+43 6.95  6.95  1.049e+38 0.00162   10745 
TS.diHPCARP_I.17OOHHshift.BB.tpddu 5.606e+42 6.70  6.70  7.339e+37 0.00113   10746 
TS.diHPCARP_I.17OOHHshift.BB.ppddu 2.194e+42 6.30  6.30  5.624e+37 0.00087   10747 
TS.diHPCARP_I.17OOHHshift.BC.ttdud 1.775e+43 7.76  7.76  3.931e+37 0.000608  10748 
TS.diHPCARP_I.17OOHHshift.CR.ltudu 1.609e+43 7.76  7.76  3.590e+37 0.000555  10749 
TS.diHPCARP_I.17OOHHshift.BC.htdud 1.235e+43 7.66  7.66  3.229e+37 0.000499  10750 
TS.diHPCARP_I.17OOHHshift.BC.htddu 1.601e+43 8.16  8.16  1.830e+37 0.000283  10751 
TS.diHPCARP_I.17OOHHshift.CR.pmdud 4.101e+42 7.36  7.36  1.789e+37 0.000277  10752 
TS.diHPCARP_I.17OOHHshift.CR.lmudu 1.937e+43 8.37  8.37  1.545e+37 0.000239  10753 
TS.diHPCARP_I.17OOHHshift.BC.ptudu 1.508e+43 8.25  8.25  1.484e+37 0.000229  10754 
TS.diHPCARP_I.17OOHHshift.BB.mpudu 2.371e+42 7.18  7.18  1.403e+37 0.000217  10755 
TS.diHPCARP_I.17OOHHshift.CR.lmddu 1.773e+43 8.66  8.66  8.729e+36 0.000135  10756 
TS.diHPCARP_I.17OOHHshift.BC.pmddu 2.216e+43 8.95  8.95  6.699e+36 0.000104  10757 
TS.diHPCARP_I.17OOHHshift.BC.hpdud 1.142e+43 8.58  8.58  6.404e+36 9.9e-05   10758 
TS.diHPCARP_I.17OOHHshift.BC.ctuud 5.575e+42 8.45  8.45  3.896e+36 6.02e-05  10759 
TS.diHPCARP_I.17OOHHshift.BC.tpdud 6.022e+42 8.56  8.56  3.500e+36 5.41e-05  10760 
TS.diHPCARP_I.17OOHHshift.BC.tpddu 3.401e+42 8.38  8.38  2.655e+36 4.1e-05   10761 
TS.diHPCARP_I.17OOHHshift.BC.hmuud 7.979e+42 9.73  9.73  6.470e+35 1e-05     10762 
TS.diHPCARP_I.17OOHHshift.BC.tmuud 1.265e+43 10.55 10.55 2.629e+35 4.06e-06  10763 
TS.diHPCARP_I.17OOHHshift.BC.ttddu 8.314e+42 10.63 10.63 1.500e+35 2.32e-06  10764 
TS.diHPCARP_I.17OOHHshift.BC.ltudu 2.357e+43 11.36 11.36 1.253e+35 1.94e-06  10765 
TS.diHPCARP_I.17OOHHshift.BC.tpudu 6.263e+42 10.66 10.66 1.067e+35 1.65e-06  10766 
TS.diHPCARP_I.17OOHHshift.BC.ttudu 7.137e+42 10.86 10.86 8.722e+34 1.35e-06  10767 
TS.diHPCARP_I.17OOHHshift.BC.cpdud 4.456e+42 10.76 10.76 6.430e+34 9.94e-07  10768 
TS.diHPCARP_I.17OOHHshift.BC.tpuud 8.698e+42 11.34 11.34 4.791e+34 7.41e-07  10769 
TS.diHPCARP_I.17OOHHshift.BC.tmdud 3.915e+42 10.97 10.97 3.989e+34 6.17e-07  10770 
TS.diHPCARP_I.17OOHHshift.BC.tmddu 8.271e+42 11.73 11.73 2.358e+34 3.65e-07  10771 
TS.diHPCARP_I.17OOHHshift.BC.tmudu 9.224e+42 11.82 11.82 2.260e+34 3.49e-07  10772 
TS.diHPCARP_I.17OOHHshift.BC.ctudu 2.535e+43 13.47 13.47 3.916e+33 6.05e-08  10773 
TS.diHPCARP_I.17OOHHshift.BC.ctddu 3.065e+43 13.81 13.81 2.671e+33 4.13e-08  10774 
Total                                                    6.468e+42 100       10775 
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 10776 
 10777 
 10778 
1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-10779 
HPCARP-Ib), forming C' (di-HPCARP-Ic) 10780 
======================================================================================10781 
================================= 10782 
 10783 
Population analysis at 300K. Vibrational scaling: 0.971.  10784 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10785 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10786 
%: contribution to the population (with current data set assumed 100%) 10787 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         10788 
----------------------------------------------------------------------------- 10789 
TS.diHPCARP_Ib.16OOHHshift.b.pmpmud 6.274e+42 0.00  0.00  6.274e+42 21.8      10790 
TS.diHPCARP_Ib.16OOHHshift.b.cppmud 5.372e+43 1.44  1.44  4.823e+42 16.8      10791 
TS.diHPCARP_Ib.16OOHHshift.a.httpdu 3.980e+42 0.01  0.01  3.934e+42 13.7      10792 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpdu 4.972e+42 0.43  0.43  2.435e+42 8.46      10793 
TS.diHPCARP_Ib.16OOHHshift.a.lttmud 1.365e+43 1.22  1.22  1.764e+42 6.13      10794 
TS.diHPCARP_Ib.16OOHHshift.b.lttmud 1.409e+43 1.33  1.33  1.524e+42 5.29      10795 
TS.diHPCARP_Ib.16OOHHshift.b.ltppud 8.673e+42 1.09  1.09  1.405e+42 4.88      10796 
TS.diHPCARP_Ib.16OOHHshift.a.cppmud 1.193e+43 1.30  1.30  1.346e+42 4.68      10797 
TS.diHPCARP_Ib.16OOHHshift.b.cmpmud 1.276e+43 1.48  1.48  1.067e+42 3.71      10798 
TS.diHPCARP_Ib.16OOHHshift.a.lmppud 5.203e+42 1.09  1.09  8.331e+41 2.89      10799 
TS.diHPCARP_Ib.16OOHHshift.a.ltppud 9.574e+42 1.47  1.47  8.179e+41 2.84      10800 
TS.diHPCARP_Ib.16OOHHshift.b.lmppud 7.926e+42 1.62  1.62  5.237e+41 1.82      10801 
TS.diHPCARP_Ib.16OOHHshift.b.pmmpud 1.299e+43 2.28  2.28  2.843e+41 0.988     10802 
TS.diHPCARP_Ib.16OOHHshift.a.cmpmud 8.858e+42 2.09  2.09  2.664e+41 0.926     10803 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmud 8.695e+42 2.41  2.41  1.522e+41 0.529     10804 
TS.diHPCARP_Ib.16OOHHshift.a.ltppdu 1.830e+43 3.05  3.05  1.100e+41 0.382     10805 
TS.diHPCARP_Ib.16OOHHshift.b.lmtmud 1.212e+43 2.84  2.84  1.036e+41 0.36      10806 
TS.diHPCARP_Ib.16OOHHshift.a.mtpmdu 1.429e+43 3.07  3.07  8.324e+40 0.289     10807 
TS.diHPCARP_Ib.16OOHHshift.a.cpmpud 1.024e+43 2.92  2.92  7.634e+40 0.265     10808 
TS.diHPCARP_Ib.16OOHHshift.a.pmtmud 2.808e+43 3.53  3.53  7.569e+40 0.263     10809 
TS.diHPCARP_Ib.16OOHHshift.b.pmtmud 3.114e+43 3.62  3.62  7.215e+40 0.251     10810 
TS.diHPCARP_Ib.16OOHHshift.a.lttmdu 9.291e+42 3.04  3.04  5.640e+40 0.196     10811 
TS.diHPCARP_Ib.16OOHHshift.b.pmppud 5.254e+43 4.08  4.08  5.600e+40 0.195     10812 
TS.diHPCARP_Ib.16OOHHshift.b.ctmmdu 3.024e+43 3.79  3.79  5.223e+40 0.182     10813 
TS.diHPCARP_Ib.16OOHHshift.b.lptpdu 2.596e+43 3.76  3.76  4.732e+40 0.164     10814 
TS.diHPCARP_Ib.16OOHHshift.b.pptpud 3.128e+43 3.94  3.94  4.193e+40 0.146     10815 
TS.diHPCARP_Ib.16OOHHshift.b.pmtpud 3.333e+43 4.04  4.04  3.777e+40 0.131     10816 
TS.diHPCARP_Ib.16OOHHshift.a.httpud 4.071e+43 4.17  4.17  3.753e+40 0.13      10817 
TS.diHPCARP_Ib.16OOHHshift.a.pmtpud 2.518e+43 3.89  3.89  3.694e+40 0.128     10818 
TS.diHPCARP_Ib.16OOHHshift.a.pmppud 2.270e+43 3.84  3.84  3.608e+40 0.125     10819 
TS.diHPCARP_Ib.16OOHHshift.b.ctppud 1.842e+43 3.73  3.73  3.559e+40 0.124     10820 
TS.diHPCARP_Ib.16OOHHshift.b.hptpdu 1.239e+43 3.52  3.52  3.364e+40 0.117     10821 
TS.diHPCARP_Ib.16OOHHshift.a.ltmmud 4.809e+43 4.48  4.48  2.606e+40 0.0905    10822 
TS.diHPCARP_Ib.16OOHHshift.b.ltmmud 4.256e+43 4.43  4.43  2.538e+40 0.0882    10823 
TS.diHPCARP_Ib.16OOHHshift.a.ctppud 1.996e+43 3.99  3.99  2.457e+40 0.0854    10824 
TS.diHPCARP_Ib.16OOHHshift.b.htmmud 5.955e+43 4.67  4.67  2.358e+40 0.0819    10825 
TS.diHPCARP_Ib.16OOHHshift.a.lttpdu 1.112e+43 3.73  3.73  2.128e+40 0.074     10826 
TS.diHPCARP_Ib.16OOHHshift.b.pptmud 4.851e+43 4.61  4.61  2.110e+40 0.0733    10827 
TS.diHPCARP_Ib.16OOHHshift.a.htmmud 2.230e+43 4.22  4.22  1.895e+40 0.0658    10828 
TS.diHPCARP_Ib.16OOHHshift.b.mmtmdu 2.828e+43 4.40  4.40  1.765e+40 0.0613    10829 
TS.diHPCARP_Ib.16OOHHshift.a.pptpud 1.928e+43 4.24  4.24  1.562e+40 0.0543    10830 
TS.diHPCARP_Ib.16OOHHshift.a.httmud 5.805e+43 4.90  4.90  1.552e+40 0.0539    10831 
TS.diHPCARP_Ib.16OOHHshift.b.lptmdu 2.787e+43 4.49  4.49  1.501e+40 0.0521    10832 
TS.diHPCARP_Ib.16OOHHshift.a.ctmmud 3.012e+43 4.62  4.62  1.304e+40 0.0453    10833 
TS.diHPCARP_Ib.16OOHHshift.a.mpmpdu 5.403e+42 3.72  3.72  1.050e+40 0.0365    10834 
TS.diHPCARP_Ib.16OOHHshift.a.pptmud 3.262e+43 4.83  4.83  9.934e+39 0.0345    10835 
TS.diHPCARP_Ib.16OOHHshift.a.pmmpud 8.786e+42 4.14  4.14  8.509e+39 0.0296    10836 
TS.diHPCARP_Ib.16OOHHshift.b.httpud 3.557e+43 4.98  4.98  8.439e+39 0.0293    10837 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpud 3.288e+43 5.01  5.01  7.375e+39 0.0256    10838 
TS.diHPCARP_Ib.16OOHHshift.a.pmmmud 2.327e+43 4.91  4.91  6.120e+39 0.0213    10839 
TS.diHPCARP_Ib.16OOHHshift.b.httmud 5.515e+43 5.65  5.65  4.250e+39 0.0148    10840 
TS.diHPCARP_Ib.16OOHHshift.b.pmmmud 5.893e+43 5.69  5.69  4.222e+39 0.0147    10841 
TS.diHPCARP_Ib.16OOHHshift.b.lpppud 9.052e+42 4.58  4.58  4.145e+39 0.0144    10842 
TS.diHPCARP_Ib.16OOHHshift.a.lpppud 1.403e+43 4.99  4.99  3.262e+39 0.0113    10843 
TS.diHPCARP_Ib.16OOHHshift.a.mttpud 2.510e+43 5.41  5.41  2.869e+39 0.00997   10844 
TS.diHPCARP_Ib.16OOHHshift.b.ctmmud 2.672e+43 5.45  5.45  2.842e+39 0.00988   10845 
TS.diHPCARP_Ib.16OOHHshift.b.hmmmdu 5.772e+42 4.57  4.57  2.693e+39 0.00936   10846 
TS.diHPCARP_Ib.16OOHHshift.b.mttpud 2.094e+43 5.38  5.38  2.530e+39 0.00879   10847 
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TS.diHPCARP_Ib.16OOHHshift.a.ltmmdu 1.313e+43 5.18  5.18  2.225e+39 0.00773   10848 
TS.diHPCARP_Ib.16OOHHshift.b.lttmdu 9.249e+42 5.01  5.01  2.060e+39 0.00716   10849 
TS.diHPCARP_Ib.16OOHHshift.a.cttpud 2.434e+43 5.62  5.62  1.966e+39 0.00683   10850 
TS.diHPCARP_Ib.16OOHHshift.b.ctmpud 3.552e+43 5.87  5.87  1.880e+39 0.00653   10851 
TS.diHPCARP_Ib.16OOHHshift.a.mmtmdu 1.166e+43 5.29  5.29  1.624e+39 0.00564   10852 
TS.diHPCARP_Ib.16OOHHshift.a.hmpmud 2.092e+43 5.71  5.71  1.443e+39 0.00501   10853 
TS.diHPCARP_Ib.16OOHHshift.b.mpmmud 4.987e+43 6.27  6.27  1.348e+39 0.00469   10854 
TS.diHPCARP_Ib.16OOHHshift.a.cttmud 3.358e+43 6.08  6.08  1.257e+39 0.00437   10855 
TS.diHPCARP_Ib.16OOHHshift.b.lttpdu 1.378e+43 5.66  5.66  1.037e+39 0.0036    10856 
TS.diHPCARP_Ib.16OOHHshift.a.cmtmdu 1.865e+43 5.86  5.86  1.012e+39 0.00352   10857 
TS.diHPCARP_Ib.16OOHHshift.b.lptmud 1.195e+43 5.64  5.64  9.244e+38 0.00321   10858 
TS.diHPCARP_Ib.16OOHHshift.b.cmppdu 3.063e+43 6.30  6.30  7.858e+38 0.00273   10859 
TS.diHPCARP_Ib.16OOHHshift.b.ppmmud 2.527e+43 6.23  6.23  7.295e+38 0.00253   10860 
TS.diHPCARP_Ib.16OOHHshift.b.hmtpdu 9.566e+42 5.68  5.68  6.975e+38 0.00242   10861 
TS.diHPCARP_Ib.16OOHHshift.a.lptmud 1.554e+43 6.14  6.14  5.234e+38 0.00182   10862 
TS.diHPCARP_Ib.16OOHHshift.a.lptmdu 1.377e+43 6.07  6.07  5.206e+38 0.00181   10863 
TS.diHPCARP_Ib.16OOHHshift.b.cttpud 2.623e+43 6.47  6.47  5.059e+38 0.00176   10864 
TS.diHPCARP_Ib.16OOHHshift.b.cpmmud 1.564e+43 6.24  6.24  4.482e+38 0.00156   10865 
TS.diHPCARP_Ib.16OOHHshift.b.cttmud 3.517e+43 6.84  6.84  3.639e+38 0.00126   10866 
TS.diHPCARP_Ib.16OOHHshift.b.lmmpud 1.242e+43 6.37  6.37  2.845e+38 0.000989  10867 
TS.diHPCARP_Ib.16OOHHshift.b.mpppdu 1.964e+43 6.76  6.76  2.324e+38 0.000807  10868 
TS.diHPCARP_Ib.16OOHHshift.a.ppmmud 3.175e+43 7.27  7.27  1.615e+38 0.000561  10869 
TS.diHPCARP_Ib.16OOHHshift.a.lmmmud 2.571e+43 7.18  7.18  1.520e+38 0.000528  10870 
TS.diHPCARP_Ib.16OOHHshift.a.cpmmud 2.581e+43 7.39  7.39  1.071e+38 0.000372  10871 
TS.diHPCARP_Ib.16OOHHshift.a.cmppdu 8.894e+42 6.83  6.83  9.431e+37 0.000328  10872 
TS.diHPCARP_Ib.16OOHHshift.b.lppmud 4.056e+43 7.93  7.93  6.750e+37 0.000235  10873 
TS.diHPCARP_Ib.16OOHHshift.a.lppmud 1.862e+43 7.70  7.70  4.606e+37 0.00016   10874 
TS.diHPCARP_Ib.16OOHHshift.b.tmmmud 3.191e+43 8.05  8.05  4.341e+37 0.000151  10875 
TS.diHPCARP_Ib.16OOHHshift.a.tpmpdu 5.909e+42 7.28  7.28  2.958e+37 0.000103  10876 
TS.diHPCARP_Ib.16OOHHshift.a.hmmpdu 8.349e+42 7.63  7.63  2.316e+37 8.05e-05  10877 
TS.diHPCARP_Ib.16OOHHshift.b.hmmpdu 1.388e+43 8.10  8.10  1.740e+37 6.05e-05  10878 
TS.diHPCARP_Ib.16OOHHshift.a.lmtpud 2.004e+43 8.57  8.57  1.140e+37 3.96e-05  10879 
TS.diHPCARP_Ib.16OOHHshift.a.lmmpud 1.171e+43 8.26  8.26  1.130e+37 3.93e-05  10880 
TS.diHPCARP_Ib.16OOHHshift.b.lmtpud 3.345e+43 8.94  8.94  1.035e+37 3.59e-05  10881 
TS.diHPCARP_Ib.16OOHHshift.a.mpppdu 3.220e+43 9.08  9.08  7.871e+36 2.73e-05  10882 
TS.diHPCARP_Ib.16OOHHshift.b.lpmpud 3.698e+43 9.44  9.44  4.920e+36 1.71e-05  10883 
TS.diHPCARP_Ib.16OOHHshift.b.hptmdu 2.859e+43 9.68  9.68  2.521e+36 8.76e-06  10884 
TS.diHPCARP_Ib.16OOHHshift.b.tpppdu 1.361e+43 9.60  9.60  1.387e+36 4.82e-06  10885 
TS.diHPCARP_Ib.16OOHHshift.b.lpmmud 5.730e+43 10.52 10.52 1.234e+36 4.29e-06  10886 
TS.diHPCARP_Ib.16OOHHshift.a.lpmmud 3.451e+43 11.14 11.14 2.628e+35 9.13e-07  10887 
TS.diHPCARP_Ib.16OOHHshift.a.hptmdu 1.719e+43 11.48 11.48 7.431e+34 2.58e-07  10888 
Total                                                     2.878e+43 100       10889 
 10890 
 10891 
 10892 
1,4-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-10893 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 10894 
======================================================================================10895 
======================================================== 10896 
 10897 
Population analysis at 300K. Vibrational scaling: 0.971.  10898 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 10899 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 10900 
%: contribution to the population (with current data set assumed 100%) 10901 
Compound                         Qtot      Erel  Erel2 n*Q*MB    %         10902 
-------------------------------------------------------------------------- 10903 
TS.diHPCARP_I.14HPHshift.mtppptd 4.166e+42 0.00  0.00  4.166e+42 98.5      10904 
TS.diHPCARP_I.14HPHshift.mttmmtd 2.751e+43 4.17  4.17  2.540e+40 0.601     10905 
TS.diHPCARP_I.14HPHshift.mptmmtd 2.412e+43 4.62  4.62  1.046e+40 0.247     10906 
TS.diHPCARP_I.14HPHshift.mppmmtd 1.821e+43 4.71  4.71  6.767e+39 0.16      10907 
TS.diHPCARP_I.14HPHshift.mptpptd 1.217e+43 4.68  4.68  4.767e+39 0.113     10908 
TS.diHPCARP_I.14HPHshift.mmpmmtd 8.921e+42 4.53  4.53  4.438e+39 0.105     10909 
TS.diHPCARP_I.14HPHshift.mmmpptd 6.690e+42 4.77  4.77  2.236e+39 0.0529    10910 
TS.diHPCARP_I.14HPHshift.ptppppd 3.712e+43 5.88  5.88  1.934e+39 0.0457    10911 
TS.diHPCARP_I.14HPHshift.ptppptd 4.109e+43 6.13  6.13  1.407e+39 0.0333    10912 
TS.diHPCARP_I.14HPHshift.mtmptpd 5.240e+43 6.87  6.87  5.159e+38 0.0122    10913 
TS.diHPCARP_I.14HPHshift.mttmptd 1.985e+43 6.32  6.32  4.968e+38 0.0117    10914 
TS.diHPCARP_I.14HPHshift.mtmtppd 8.237e+43 7.35  7.35  3.672e+38 0.00868   10915 
TS.diHPCARP_I.14HPHshift.mmpmptd 5.456e+42 5.77  5.77  3.434e+38 0.00812   10916 
TS.diHPCARP_I.14HPHshift.pmpptpd 8.272e+42 6.04  6.04  3.313e+38 0.00784   10917 
TS.diHPCARP_I.14HPHshift.ptppmtd 9.925e+42 6.26  6.26  2.728e+38 0.00645   10918 
TS.diHPCARP_I.14HPHshift.mmppptd 9.083e+42 6.21  6.21  2.725e+38 0.00644   10919 
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TS.diHPCARP_I.14HPHshift.mmmtmtd 5.574e+43 7.37  7.37  2.367e+38 0.0056    10920 
TS.diHPCARP_I.14HPHshift.mmmtppd 7.136e+43 7.57  7.57  2.176e+38 0.00515   10921 
TS.diHPCARP_I.14HPHshift.mtppmtd 1.897e+43 6.80  6.80  2.108e+38 0.00499   10922 
TS.diHPCARP_I.14HPHshift.mmpppmd 1.520e+43 6.71  6.71  1.968e+38 0.00465   10923 
TS.diHPCARP_I.14HPHshift.mtptptd 1.814e+43 6.92  6.92  1.637e+38 0.00387   10924 
TS.diHPCARP_I.14HPHshift.mtpptmd 7.381e+43 7.87  7.87  1.367e+38 0.00323   10925 
TS.diHPCARP_I.14HPHshift.mmmtmmd 6.843e+43 8.11  8.11  8.394e+37 0.00199   10926 
TS.diHPCARP_I.14HPHshift.pmmtmmd 6.138e+43 8.08  8.08  8.037e+37 0.0019    10927 
TS.diHPCARP_I.14HPHshift.ttmmmtd 4.156e+43 7.87  7.87  7.660e+37 0.00181   10928 
TS.diHPCARP_I.14HPHshift.mmttmmd 5.611e+43 8.09  8.09  7.127e+37 0.00169   10929 
TS.diHPCARP_I.14HPHshift.mtmpmtd 4.978e+43 8.09  8.09  6.415e+37 0.00152   10930 
TS.diHPCARP_I.14HPHshift.mmmtptd 4.892e+43 8.12  8.12  5.956e+37 0.00141   10931 
TS.diHPCARP_I.14HPHshift.mmttpmd 4.829e+43 8.17  8.17  5.372e+37 0.00127   10932 
TS.diHPCARP_I.14HPHshift.pmmtppd 4.413e+43 8.17  8.17  4.931e+37 0.00117   10933 
TS.diHPCARP_I.14HPHshift.ppmptpd 6.653e+43 8.47  8.47  4.470e+37 0.00106   10934 
TS.diHPCARP_I.14HPHshift.mmmtttd 1.377e+44 8.95  8.95  4.152e+37 0.000982  10935 
TS.diHPCARP_I.14HPHshift.mtptppd 4.154e+43 8.32  8.32  3.612e+37 0.000854  10936 
TS.diHPCARP_I.14HPHshift.mtttptd 6.448e+43 8.73  8.73  2.817e+37 0.000666  10937 
TS.diHPCARP_I.14HPHshift.ttmmptd 4.958e+43 8.61  8.61  2.634e+37 0.000623  10938 
TS.diHPCARP_I.14HPHshift.mtptmmd 4.572e+43 8.57  8.57  2.617e+37 0.000619  10939 
TS.diHPCARP_I.14HPHshift.tpmtppd 1.814e+44 9.41  9.41  2.547e+37 0.000602  10940 
TS.diHPCARP_I.14HPHshift.mmppppd 1.628e+43 8.02  8.02  2.359e+37 0.000558  10941 
TS.diHPCARP_I.14HPHshift.mtmttpd 8.899e+43 9.04  9.04  2.325e+37 0.00055   10942 
TS.diHPCARP_I.14HPHshift.mmptptd 3.582e+43 8.50  8.50  2.296e+37 0.000543  10943 
TS.diHPCARP_I.14HPHshift.mpptppd 8.132e+43 9.00  9.00  2.276e+37 0.000538  10944 
TS.diHPCARP_I.14HPHshift.mptptmd 1.889e+44 9.51  9.51  2.232e+37 0.000528  10945 
TS.diHPCARP_I.14HPHshift.mptmptd 1.388e+43 7.98  7.98  2.145e+37 0.000507  10946 
TS.diHPCARP_I.14HPHshift.mppmptd 1.450e+43 8.01  8.01  2.104e+37 0.000497  10947 
TS.diHPCARP_I.14HPHshift.tpmpmtd 1.455e+44 9.45  9.45  1.914e+37 0.000453  10948 
TS.diHPCARP_I.14HPHshift.tppmmtd 3.070e+43 8.60  8.60  1.661e+37 0.000393  10949 
TS.diHPCARP_I.14HPHshift.mttmmmd 1.285e+44 9.51  9.51  1.507e+37 0.000356  10950 
TS.diHPCARP_I.14HPHshift.mmpptmd 3.092e+43 8.72  8.72  1.385e+37 0.000328  10951 
TS.diHPCARP_I.14HPHshift.mmtttpd 4.291e+44 10.38 10.38 1.182e+37 0.00028   10952 
TS.diHPCARP_I.14HPHshift.ptptptd 4.536e+43 9.12  9.12  1.038e+37 0.000246  10953 
TS.diHPCARP_I.14HPHshift.ptmttpd 1.064e+44 9.67  9.67  9.583e+36 0.000227  10954 
TS.diHPCARP_I.14HPHshift.mmppmmd 7.528e+42 8.10  8.10  9.497e+36 0.000225  10955 
TS.diHPCARP_I.14HPHshift.mmptppd 4.899e+43 9.27  9.27  8.597e+36 0.000203  10956 
TS.diHPCARP_I.14HPHshift.mmptmpd 2.219e+43 8.81  8.81  8.478e+36 0.000201  10957 
TS.diHPCARP_I.14HPHshift.mtmmmmd 6.465e+43 9.46  9.46  8.268e+36 0.000196  10958 
TS.diHPCARP_I.14HPHshift.mpmtmpd 7.039e+43 9.52  9.52  8.151e+36 0.000193  10959 
TS.diHPCARP_I.14HPHshift.mmptmtd 1.842e+43 8.91  8.91  5.920e+36 0.00014   10960 
TS.diHPCARP_I.14HPHshift.mtmtpmd 4.834e+43 9.52  9.52  5.627e+36 0.000133  10961 
TS.diHPCARP_I.14HPHshift.ttttpmd 8.990e+43 9.89  9.89  5.581e+36 0.000132  10962 
TS.diHPCARP_I.14HPHshift.mptmmmd 4.310e+43 9.47  9.47  5.482e+36 0.00013   10963 
TS.diHPCARP_I.14HPHshift.ttttmtd 6.272e+43 9.69  9.69  5.459e+36 0.000129  10964 
TS.diHPCARP_I.14HPHshift.mmpptpd 4.806e+43 9.57  9.57  5.115e+36 0.000121  10965 
TS.diHPCARP_I.14HPHshift.mtttppd 1.634e+44 10.33 10.33 4.901e+36 0.000116  10966 
TS.diHPCARP_I.14HPHshift.ttmpppd 6.295e+43 9.81  9.81  4.457e+36 0.000105  10967 
TS.diHPCARP_I.14HPHshift.mtpttpd 8.787e+43 10.02 10.02 4.400e+36 0.000104  10968 
TS.diHPCARP_I.14HPHshift.ptpptmd 5.461e+43 9.75  9.75  4.281e+36 0.000101  10969 
TS.diHPCARP_I.14HPHshift.mttmtpd 1.177e+44 10.31 10.31 3.633e+36 8.59e-05  10970 
TS.diHPCARP_I.14HPHshift.ptppmpd 1.021e+43 8.87  8.87  3.547e+36 8.39e-05  10971 
TS.diHPCARP_I.14HPHshift.mppmmmd 4.161e+43 9.76  9.76  3.236e+36 7.65e-05  10972 
TS.diHPCARP_I.14HPHshift.mtmttmd 7.804e+43 10.14 10.14 3.222e+36 7.62e-05  10973 
TS.diHPCARP_I.14HPHshift.ppptppd 8.383e+43 10.19 10.19 3.180e+36 7.52e-05  10974 
TS.diHPCARP_I.14HPHshift.mttmttd 1.099e+44 10.40 10.40 2.934e+36 6.94e-05  10975 
TS.diHPCARP_I.14HPHshift.mmpmppd 8.774e+42 8.90  8.90  2.881e+36 6.81e-05  10976 
TS.diHPCARP_I.14HPHshift.pmtmptd 4.735e+43 9.93  9.93  2.780e+36 6.57e-05  10977 
TS.diHPCARP_I.14HPHshift.ptmpppd 3.059e+43 9.67  9.67  2.767e+36 6.54e-05  10978 
TS.diHPCARP_I.14HPHshift.mmpmttd 3.808e+43 9.85  9.85  2.524e+36 5.97e-05  10979 
TS.diHPCARP_I.14HPHshift.mpptmmd 1.413e+44 10.65 10.65 2.470e+36 5.84e-05  10980 
TS.diHPCARP_I.14HPHshift.ptptmmd 4.772e+43 10.05 10.05 2.269e+36 5.37e-05  10981 
TS.diHPCARP_I.14HPHshift.mppttpd 2.158e+44 10.95 10.95 2.261e+36 5.35e-05  10982 
TS.diHPCARP_I.14HPHshift.ttpttmd 1.456e+44 10.73 10.73 2.205e+36 5.21e-05  10983 
TS.diHPCARP_I.14HPHshift.mtttmmd 1.394e+44 10.71 10.71 2.185e+36 5.17e-05  10984 
TS.diHPCARP_I.14HPHshift.mpptmpd 5.400e+43 10.27 10.27 1.794e+36 4.24e-05  10985 
TS.diHPCARP_I.14HPHshift.tpptmpd 6.583e+43 10.39 10.39 1.767e+36 4.18e-05  10986 
TS.diHPCARP_I.14HPHshift.mpmtmmd 1.571e+44 10.97 10.97 1.592e+36 3.76e-05  10987 
TS.diHPCARP_I.14HPHshift.mpmttmd 2.805e+44 11.32 11.32 1.583e+36 3.74e-05  10988 
TS.diHPCARP_I.14HPHshift.tttttmd 4.973e+44 11.67 11.67 1.577e+36 3.73e-05  10989 
TS.diHPCARP_I.14HPHshift.mtmmppd 3.936e+43 10.17 10.17 1.537e+36 3.63e-05  10990 
TS.diHPCARP_I.14HPHshift.tptpppd 8.818e+43 10.69 10.69 1.442e+36 3.41e-05  10991 
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TS.diHPCARP_I.14HPHshift.mtmmtpd 4.249e+43 10.25 10.25 1.440e+36 3.4e-05   10992 
TS.diHPCARP_I.14HPHshift.mptttmd 5.377e+44 11.84 11.84 1.284e+36 3.04e-05  10993 
TS.diHPCARP_I.14HPHshift.mttttpd 2.130e+44 11.31 11.31 1.220e+36 2.89e-05  10994 
TS.diHPCARP_I.14HPHshift.ppppppd 3.740e+43 10.31 10.31 1.147e+36 2.71e-05  10995 
TS.diHPCARP_I.14HPHshift.mppmttd 1.313e+44 11.07 11.07 1.127e+36 2.67e-05  10996 
TS.diHPCARP_I.14HPHshift.mppttmd 1.470e+44 11.15 11.15 1.104e+36 2.61e-05  10997 
TS.diHPCARP_I.14HPHshift.tppttpd 2.450e+44 11.50 11.50 1.036e+36 2.45e-05  10998 
TS.diHPCARP_I.14HPHshift.mttmppd 3.444e+43 10.36 10.36 9.742e+35 2.3e-05   10999 
TS.diHPCARP_I.14HPHshift.mttttmd 2.454e+44 11.54 11.54 9.660e+35 2.28e-05  11000 
TS.diHPCARP_I.14HPHshift.pppmptd 3.015e+43 10.31 10.31 9.310e+35 2.2e-05   11001 
TS.diHPCARP_I.14HPHshift.mptmtpd 2.728e+43 10.28 10.28 8.786e+35 2.08e-05  11002 
TS.diHPCARP_I.14HPHshift.ppttptd 2.283e+44 11.56 11.56 8.725e+35 2.06e-05  11003 
TS.diHPCARP_I.14HPHshift.ptmptmd 1.638e+44 11.37 11.37 8.489e+35 2.01e-05  11004 
TS.diHPCARP_I.14HPHshift.mptmttd 6.746e+43 10.89 10.89 7.826e+35 1.85e-05  11005 
TS.diHPCARP_I.14HPHshift.mmpttmd 7.161e+43 10.94 10.94 7.656e+35 1.81e-05  11006 
TS.diHPCARP_I.14HPHshift.mppmtpd 2.318e+43 10.30 10.30 7.249e+35 1.71e-05  11007 
TS.diHPCARP_I.14HPHshift.mtpttmd 8.973e+43 11.21 11.21 6.154e+35 1.46e-05  11008 
TS.diHPCARP_I.14HPHshift.mmptmmd 6.323e+43 11.02 11.02 5.919e+35 1.4e-05   11009 
TS.diHPCARP_I.14HPHshift.ptpttpd 1.172e+44 11.44 11.44 5.403e+35 1.28e-05  11010 
TS.diHPCARP_I.14HPHshift.mmpttpd 9.234e+43 11.36 11.36 4.930e+35 1.17e-05  11011 
TS.diHPCARP_I.14HPHshift.ppptmmd 1.431e+44 11.62 11.62 4.891e+35 1.16e-05  11012 
TS.diHPCARP_I.14HPHshift.pppptmd 2.212e+44 11.97 11.97 4.196e+35 9.92e-06  11013 
TS.diHPCARP_I.14HPHshift.mptpmtd 6.850e+43 11.28 11.28 4.162e+35 9.84e-06  11014 
TS.diHPCARP_I.14HPHshift.mpmpmmd 8.851e+42 10.15 10.15 3.562e+35 8.42e-06  11015 
TS.diHPCARP_I.14HPHshift.ppttmmd 7.428e+43 11.51 11.51 3.042e+35 7.19e-06  11016 
TS.diHPCARP_I.14HPHshift.ptmpmtd 2.263e+43 10.84 10.84 2.864e+35 6.77e-06  11017 
TS.diHPCARP_I.14HPHshift.pptptmd 1.472e+44 12.15 12.15 2.077e+35 4.91e-06  11018 
TS.diHPCARP_I.14HPHshift.ptttptd 7.396e+43 11.80 11.80 1.874e+35 4.43e-06  11019 
TS.diHPCARP_I.14HPHshift.ptmtmmd 7.857e+43 11.89 11.89 1.704e+35 4.03e-06  11020 
TS.diHPCARP_I.14HPHshift.ppptmpd 5.267e+43 11.66 11.66 1.681e+35 3.97e-06  11021 
TS.diHPCARP_I.14HPHshift.pttpptd 3.559e+43 11.48 11.48 1.552e+35 3.67e-06  11022 
TS.diHPCARP_I.14HPHshift.pppttpd 1.009e+44 12.21 12.21 1.279e+35 3.02e-06  11023 
TS.diHPCARP_I.14HPHshift.mptmppd 2.438e+43 11.47 11.47 1.083e+35 2.56e-06  11024 
TS.diHPCARP_I.14HPHshift.pppttmd 1.285e+44 12.68 12.68 7.397e+34 1.75e-06  11025 
TS.diHPCARP_I.14HPHshift.mppmppd 2.201e+43 11.65 11.65 7.121e+34 1.68e-06  11026 
TS.diHPCARP_I.14HPHshift.ppppmtd 1.798e+43 11.74 11.74 5.041e+34 1.19e-06  11027 
TS.diHPCARP_I.14HPHshift.tptmttd 2.126e+44 15.70 15.70 7.796e+32 1.84e-08  11028 
TS.diHPCARP_I.14HPHshift.ttmmppd 5.023e+43 15.01 15.01 5.881e+32 1.39e-08  11029 
TS.diHPCARP_I.14HPHshift.tppmppd 4.343e+43 16.85 16.85 2.304e+31 5.45e-10  11030 
TS.diHPCARP_I.14HPHshift.tptmppd 4.145e+43 16.85 16.85 2.187e+31 5.17e-10  11031 
Total                                                  4.228e+42 100       11032 
 11033 
 11034 
 11035 
1,5-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,R-11036 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 11037 
======================================================================================11038 
===================================================== 11039 
 11040 
Population analysis at 300K. Vibrational scaling: 0.971.  11041 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 11042 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 11043 
%: contribution to the population (with current data set assumed 100%) 11044 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         11045 
--------------------------------------------------------------------------- 11046 
TS.diHPCARP_I.15HPHshift.dmtdpuuu 2.645e+42 0.00  0.00  2.645e+42 42.7      11047 
TS.diHPCARP_I.15HPHshift.dmmdmudu 8.890e+43 2.43  2.43  1.511e+42 24.4      11048 
TS.diHPCARP_I.15HPHshift.dmmdtddu 5.929e+42 1.42  1.42  5.464e+41 8.81      11049 
TS.diHPCARP_I.15HPHshift.dcmumudu 1.664e+44 4.05  4.05  1.850e+41 2.98      11050 
TS.diHPCARP_I.15HPHshift.dmmdpudu 1.206e+43 2.55  2.55  1.668e+41 2.69      11051 
TS.diHPCARP_I.15HPHshift.dmmupddu 7.771e+43 3.73  3.73  1.493e+41 2.41      11052 
TS.diHPCARP_I.15HPHshift.dmpumudu 2.205e+44 4.53  4.53  1.112e+41 1.79      11053 
TS.diHPCARP_I.15HPHshift.dmpdmudu 2.084e+44 4.56  4.56  9.926e+40 1.6       11054 
TS.diHPCARP_I.15HPHshift.dmmdpddu 2.367e+43 3.27  3.27  9.886e+40 1.59      11055 
TS.diHPCARP_I.15HPHshift.dmpupuuu 2.793e+42 2.04  2.04  9.049e+40 1.46      11056 
TS.diHPCARP_I.15HPHshift.dmpdpudu 2.940e+43 3.64  3.64  6.524e+40 1.05      11057 
TS.diHPCARP_I.15HPHshift.dmmupudu 1.464e+43 3.35  3.35  5.324e+40 0.859     11058 
TS.diHPCARP_I.15HPHshift.dmmupuuu 5.131e+42 2.78  2.78  4.838e+40 0.78      11059 
TS.diHPCARP_I.15HPHshift.dmmutddu 1.108e+43 3.28  3.28  4.555e+40 0.735     11060 
TS.diHPCARP_I.15HPHshift.dmpupudu 2.080e+43 3.69  3.69  4.275e+40 0.689     11061 
TS.diHPCARP_I.15HPHshift.dcmutduu 2.811e+42 2.59  2.59  3.634e+40 0.586     11062 
TS.diHPCARP_I.15HPHshift.dmpdtddu 1.884e+43 3.78  3.78  3.348e+40 0.54      11063 
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TS.diHPCARP_I.15HPHshift.dmputduu 4.733e+42 3.08  3.08  2.679e+40 0.432     11064 
TS.diHPCARP_I.15HPHshift.dmputddu 1.739e+43 3.99  3.99  2.155e+40 0.348     11065 
TS.diHPCARP_I.15HPHshift.dctumudu 5.957e+44 6.19  6.19  1.831e+40 0.295     11066 
TS.diHPCARP_I.15HPHshift.dctdmudu 1.114e+44 5.29  5.29  1.561e+40 0.252     11067 
TS.diHPCARP_I.15HPHshift.dmtdtddu 1.142e+43 4.01  4.01  1.376e+40 0.222     11068 
TS.diHPCARP_I.15HPHshift.dmtdpddu 5.945e+43 5.03  5.03  1.291e+40 0.208     11069 
TS.diHPCARP_I.15HPHshift.dcpdpudu 1.366e+43 4.16  4.16  1.270e+40 0.205     11070 
TS.diHPCARP_I.15HPHshift.dmmdtudu 2.978e+43 4.72  4.72  1.092e+40 0.176     11071 
TS.diHPCARP_I.15HPHshift.dcpdpddu 4.431e+43 4.97  4.97  1.066e+40 0.172     11072 
TS.diHPCARP_I.15HPHshift.dcmupddu 1.311e+43 4.29  4.29  9.880e+39 0.159     11073 
TS.diHPCARP_I.15HPHshift.dmmdpuuu 9.171e+42 4.24  4.24  7.528e+39 0.121     11074 
TS.diHPCARP_I.15HPHshift.dmtumudu 1.766e+44 6.02  6.02  7.326e+39 0.118     11075 
TS.diHPCARP_I.15HPHshift.dmtupddu 1.328e+44 5.85  5.85  7.277e+39 0.117     11076 
TS.diHPCARP_I.15HPHshift.umtumudu 1.002e+44 5.75  5.75  6.442e+39 0.104     11077 
TS.diHPCARP_I.15HPHshift.umtupddu 4.053e+43 5.23  5.23  6.253e+39 0.101     11078 
TS.diHPCARP_I.15HPHshift.dmtdpudu 1.336e+43 4.70  4.70  5.066e+39 0.0817    11079 
TS.diHPCARP_I.15HPHshift.dmtdpduu 3.942e+42 3.98  3.98  4.986e+39 0.0804    11080 
TS.diHPCARP_I.15HPHshift.umtumddu 7.438e+43 5.79  5.79  4.484e+39 0.0723    11081 
TS.diHPCARP_I.15HPHshift.dmtdtduu 8.536e+42 4.51  4.51  4.435e+39 0.0715    11082 
TS.diHPCARP_I.15HPHshift.dptdtduu 1.185e+43 4.73  4.73  4.212e+39 0.0679    11083 
TS.diHPCARP_I.15HPHshift.dmtupudu 2.157e+43 5.11  5.11  4.074e+39 0.0657    11084 
TS.diHPCARP_I.15HPHshift.umtupudu 5.470e+43 5.67  5.67  4.039e+39 0.0652    11085 
TS.diHPCARP_I.15HPHshift.dcpupddu 1.502e+43 5.10  5.10  2.906e+39 0.0469    11086 
TS.diHPCARP_I.15HPHshift.dmmutudu 1.598e+44 6.59  6.59  2.529e+39 0.0408    11087 
TS.diHPCARP_I.15HPHshift.dmpupddu 1.887e+43 5.33  5.33  2.481e+39 0.04      11088 
TS.diHPCARP_I.15HPHshift.dctdpddu 1.207e+43 5.09  5.09  2.377e+39 0.0383    11089 
TS.diHPCARP_I.15HPHshift.dmmumuuu 8.169e+43 6.23  6.23  2.365e+39 0.0382    11090 
TS.diHPCARP_I.15HPHshift.dmtdmduu 2.387e+43 5.51  5.51  2.297e+39 0.0371    11091 
TS.diHPCARP_I.15HPHshift.ucpupddu 4.667e+43 5.93  5.93  2.223e+39 0.0359    11092 
TS.diHPCARP_I.15HPHshift.dcmupduu 3.961e+42 4.51  4.51  2.037e+39 0.0329    11093 
TS.diHPCARP_I.15HPHshift.dmtdmuuu 2.528e+43 5.68  5.68  1.832e+39 0.0295    11094 
TS.diHPCARP_I.15HPHshift.uctdpddu 1.262e+43 5.30  5.30  1.725e+39 0.0278    11095 
TS.diHPCARP_I.15HPHshift.ucpumudu 2.695e+44 7.17  7.17  1.614e+39 0.026     11096 
TS.diHPCARP_I.15HPHshift.dmputudu 2.065e+44 7.08  7.08  1.444e+39 0.0233    11097 
TS.diHPCARP_I.15HPHshift.uctdmudu 6.473e+43 6.42  6.42  1.364e+39 0.022     11098 
TS.diHPCARP_I.15HPHshift.ucmdmddu 3.281e+43 6.04  6.04  1.299e+39 0.0209    11099 
TS.diHPCARP_I.15HPHshift.dmpumduu 2.156e+43 5.80  5.80  1.284e+39 0.0207    11100 
TS.diHPCARP_I.15HPHshift.dcputddu 1.884e+43 5.72  5.72  1.276e+39 0.0206    11101 
TS.diHPCARP_I.15HPHshift.dmtupuuu 9.105e+42 5.34  5.34  1.173e+39 0.0189    11102 
TS.diHPCARP_I.15HPHshift.umtupduu 3.489e+42 4.80  4.80  1.118e+39 0.018     11103 
TS.diHPCARP_I.15HPHshift.dhmdpddu 4.357e+42 4.94  4.94  1.097e+39 0.0177    11104 
TS.diHPCARP_I.15HPHshift.dmmumudu 5.582e+43 6.50  6.50  1.035e+39 0.0167    11105 
TS.diHPCARP_I.15HPHshift.uctdpuuu 1.441e+43 5.69  5.69  1.025e+39 0.0165    11106 
TS.diHPCARP_I.15HPHshift.ulpupddu 4.943e+43 6.54  6.54  8.553e+38 0.0138    11107 
TS.diHPCARP_I.15HPHshift.ucmupddu 1.570e+43 5.86  5.86  8.435e+38 0.0136    11108 
TS.diHPCARP_I.15HPHshift.ulpumddu 5.829e+44 8.02  8.02  8.354e+38 0.0135    11109 
TS.diHPCARP_I.15HPHshift.dhmdmudu 5.681e+42 5.32  5.32  7.611e+38 0.0123    11110 
TS.diHPCARP_I.15HPHshift.dcmumuuu 3.256e+43 6.37  6.37  7.450e+38 0.012     11111 
TS.diHPCARP_I.15HPHshift.ultdpddu 2.499e+43 6.27  6.27  6.744e+38 0.0109    11112 
TS.diHPCARP_I.15HPHshift.dhmupduu 4.857e+42 5.30  5.30  6.728e+38 0.0109    11113 
TS.diHPCARP_I.15HPHshift.ultdmudu 1.083e+44 7.18  7.18  6.404e+38 0.0103    11114 
TS.diHPCARP_I.15HPHshift.dlmutuuu 4.903e+43 6.72  6.72  6.248e+38 0.0101    11115 
TS.diHPCARP_I.15HPHshift.ulpdmudu 3.375e+44 7.91  7.91  5.849e+38 0.00943   11116 
TS.diHPCARP_I.15HPHshift.dmmupduu 1.009e+43 5.84  5.84  5.644e+38 0.0091    11117 
TS.diHPCARP_I.15HPHshift.ulpumudu 2.804e+44 7.84  7.84  5.423e+38 0.00875   11118 
TS.diHPCARP_I.15HPHshift.uppumddu 1.224e+44 7.37  7.37  5.242e+38 0.00846   11119 
TS.diHPCARP_I.15HPHshift.ummumuuu 7.022e+43 7.05  7.05  5.130e+38 0.00827   11120 
TS.diHPCARP_I.15HPHshift.uctdpudu 3.275e+43 6.73  6.73  4.104e+38 0.00662   11121 
TS.diHPCARP_I.15HPHshift.dhmumuuu 4.969e+43 7.06  7.06  3.583e+38 0.00578   11122 
TS.diHPCARP_I.15HPHshift.dhpdpddu 1.155e+43 6.27  6.27  3.153e+38 0.00509   11123 
TS.diHPCARP_I.15HPHshift.dhpupddu 9.935e+42 6.25  6.25  2.773e+38 0.00447   11124 
TS.diHPCARP_I.15HPHshift.dlmdtduu 5.940e+43 7.35  7.35  2.635e+38 0.00425   11125 
TS.diHPCARP_I.15HPHshift.ucpdmudu 2.650e+44 8.28  8.28  2.476e+38 0.00399   11126 
TS.diHPCARP_I.15HPHshift.ucpupudu 1.239e+43 6.46  6.46  2.441e+38 0.00394   11127 
TS.diHPCARP_I.15HPHshift.dhmupddu 5.885e+42 6.11  6.11  2.092e+38 0.00337   11128 
TS.diHPCARP_I.15HPHshift.umpdtduu 1.376e+43 6.71  6.71  1.785e+38 0.00288   11129 
TS.diHPCARP_I.15HPHshift.dlpdmuuu 2.325e+43 7.04  7.04  1.738e+38 0.0028    11130 
TS.diHPCARP_I.15HPHshift.dmmdmduu 1.853e+44 8.29  8.29  1.686e+38 0.00272   11131 
TS.diHPCARP_I.15HPHshift.dppdmuuu 3.967e+42 6.05  6.05  1.542e+38 0.00249   11132 
TS.diHPCARP_I.15HPHshift.ulpdpudu 2.739e+43 7.21  7.21  1.529e+38 0.00247   11133 
TS.diHPCARP_I.15HPHshift.umpdpuuu 7.401e+42 6.45  6.45  1.485e+38 0.0024    11134 
TS.diHPCARP_I.15HPHshift.dmtutudu 1.356e+44 8.20  8.20  1.435e+38 0.00231   11135 
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TS.diHPCARP_I.15HPHshift.ummdpuuu 2.452e+43 7.22  7.22  1.352e+38 0.00218   11136 
TS.diHPCARP_I.15HPHshift.umpumuuu 4.630e+43 7.63  7.63  1.282e+38 0.00207   11137 
TS.diHPCARP_I.15HPHshift.ulmupduu 1.276e+43 6.88  6.88  1.250e+38 0.00202   11138 
TS.diHPCARP_I.15HPHshift.ummupduu 2.269e+43 7.29  7.29  1.111e+38 0.00179   11139 
TS.diHPCARP_I.15HPHshift.ulpdmuuu 4.960e+43 7.76  7.76  1.110e+38 0.00179   11140 
TS.diHPCARP_I.15HPHshift.ulpdmduu 4.147e+43 7.66  7.66  1.083e+38 0.00175   11141 
TS.diHPCARP_I.15HPHshift.dmpdpuuu 4.335e+42 6.33  6.33  1.064e+38 0.00172   11142 
TS.diHPCARP_I.15HPHshift.ummumduu 7.121e+43 8.03  8.03  1.007e+38 0.00162   11143 
TS.diHPCARP_I.15HPHshift.ucmdtudu 7.710e+42 6.73  6.73  9.608e+37 0.00155   11144 
TS.diHPCARP_I.15HPHshift.utmdpduu 1.143e+43 6.97  6.97  9.509e+37 0.00153   11145 
TS.diHPCARP_I.15HPHshift.dmpupduu 4.552e+42 6.46  6.46  8.884e+37 0.00143   11146 
TS.diHPCARP_I.15HPHshift.ucputddu 2.495e+43 7.48  7.48  8.867e+37 0.00143   11147 
TS.diHPCARP_I.15HPHshift.ulpupudu 4.384e+43 7.86  7.86  8.306e+37 0.00134   11148 
TS.diHPCARP_I.15HPHshift.dcpdmuuu 2.039e+43 7.41  7.41  8.110e+37 0.00131   11149 
TS.diHPCARP_I.15HPHshift.dmpdtduu 6.086e+42 6.72  6.72  7.774e+37 0.00125   11150 
TS.diHPCARP_I.15HPHshift.dhmutduu 8.491e+43 8.34  8.34  7.140e+37 0.00115   11151 
TS.diHPCARP_I.15HPHshift.ulmdpddu 3.621e+43 7.89  7.89  6.488e+37 0.00105   11152 
TS.diHPCARP_I.15HPHshift.ulmumudu 1.284e+44 8.66  8.66  6.297e+37 0.00102   11153 
TS.diHPCARP_I.15HPHshift.umpdpduu 2.558e+42 6.35  6.35  6.095e+37 0.000983  11154 
TS.diHPCARP_I.15HPHshift.dhmdtudu 3.473e+43 7.92  7.92  5.884e+37 0.000949  11155 
TS.diHPCARP_I.15HPHshift.dhpdmudu 4.065e+43 8.04  8.04  5.660e+37 0.000913  11156 
TS.diHPCARP_I.15HPHshift.dpmumuuu 1.279e+43 7.37  7.37  5.478e+37 0.000884  11157 
TS.diHPCARP_I.15HPHshift.dhmutuuu 3.117e+43 7.91  7.91  5.398e+37 0.000871  11158 
TS.diHPCARP_I.15HPHshift.umpupduu 4.091e+43 8.08  8.08  5.324e+37 0.000859  11159 
TS.diHPCARP_I.15HPHshift.ulputddu 3.817e+43 8.12  8.12  4.660e+37 0.000752  11160 
TS.diHPCARP_I.15HPHshift.ummutuuu 4.633e+43 8.26  8.26  4.488e+37 0.000724  11161 
TS.diHPCARP_I.15HPHshift.dhpumudu 5.003e+43 8.35  8.35  4.164e+37 0.000672  11162 
TS.diHPCARP_I.15HPHshift.ummdmddu 2.992e+43 8.07  8.07  3.940e+37 0.000635  11163 
TS.diHPCARP_I.15HPHshift.dppdpduu 3.889e+42 6.86  6.86  3.925e+37 0.000633  11164 
TS.diHPCARP_I.15HPHshift.uctdtduu 1.094e+43 7.51  7.51  3.729e+37 0.000602  11165 
TS.diHPCARP_I.15HPHshift.ummdpudu 3.171e+43 8.15  8.15  3.681e+37 0.000594  11166 
TS.diHPCARP_I.15HPHshift.dmtumduu 1.683e+44 9.14  9.14  3.665e+37 0.000591  11167 
TS.diHPCARP_I.15HPHshift.ucpdpudu 1.683e+43 7.77  7.77  3.655e+37 0.00059   11168 
TS.diHPCARP_I.15HPHshift.dhmumudu 2.472e+43 8.02  8.02  3.549e+37 0.000572  11169 
TS.diHPCARP_I.15HPHshift.upmdpduu 8.538e+42 7.42  7.42  3.370e+37 0.000544  11170 
TS.diHPCARP_I.15HPHshift.ulmupddu 2.726e+43 8.15  8.15  3.159e+37 0.000509  11171 
TS.diHPCARP_I.15HPHshift.uppumuuu 3.645e+43 8.34  8.34  3.052e+37 0.000492  11172 
TS.diHPCARP_I.15HPHshift.uhmdpddu 7.558e+42 7.44  7.44  2.883e+37 0.000465  11173 
TS.diHPCARP_I.15HPHshift.dhtupddu 1.214e+43 7.72  7.72  2.883e+37 0.000465  11174 
TS.diHPCARP_I.15HPHshift.ulpdtuuu 6.118e+43 8.70  8.70  2.806e+37 0.000453  11175 
TS.diHPCARP_I.15HPHshift.dhtdpddu 7.243e+42 7.43  7.43  2.784e+37 0.000449  11176 
TS.diHPCARP_I.15HPHshift.ummdtduu 3.784e+43 8.45  8.45  2.628e+37 0.000424  11177 
TS.diHPCARP_I.15HPHshift.ummutduu 1.530e+43 7.92  7.92  2.618e+37 0.000422  11178 
TS.diHPCARP_I.15HPHshift.dlpdtuuu 1.219e+43 7.82  7.82  2.431e+37 0.000392  11179 
TS.diHPCARP_I.15HPHshift.ultumuuu 2.064e+44 9.56  9.56  2.240e+37 0.000361  11180 
TS.diHPCARP_I.15HPHshift.uhpdmudu 2.354e+44 9.64  9.64  2.238e+37 0.000361  11181 
TS.diHPCARP_I.15HPHshift.dmmdtduu 1.573e+43 8.07  8.07  2.073e+37 0.000334  11182 
TS.diHPCARP_I.15HPHshift.ucmupudu 7.848e+43 9.07  9.07  1.932e+37 0.000312  11183 
TS.diHPCARP_I.15HPHshift.ultupuuu 3.931e+43 8.67  8.67  1.895e+37 0.000306  11184 
TS.diHPCARP_I.15HPHshift.uctdmuuu 4.596e+43 8.81  8.81  1.766e+37 0.000285  11185 
TS.diHPCARP_I.15HPHshift.ultdpuuu 3.849e+43 8.75  8.75  1.636e+37 0.000264  11186 
TS.diHPCARP_I.15HPHshift.uhpdpddu 6.477e+43 9.10  9.10  1.512e+37 0.000244  11187 
TS.diHPCARP_I.15HPHshift.uhpupddu 3.759e+43 8.78  8.78  1.511e+37 0.000244  11188 
TS.diHPCARP_I.15HPHshift.dhmupuuu 5.880e+42 7.70  7.70  1.443e+37 0.000233  11189 
TS.diHPCARP_I.15HPHshift.ulpdtudu 7.139e+43 9.19  9.19  1.430e+37 0.000231  11190 
TS.diHPCARP_I.15HPHshift.dhpdpduu 4.506e+42 7.59  7.59  1.338e+37 0.000216  11191 
TS.diHPCARP_I.15HPHshift.ummdpddu 1.208e+43 8.18  8.18  1.335e+37 0.000215  11192 
TS.diHPCARP_I.15HPHshift.uhmupduu 6.173e+42 7.84  7.84  1.194e+37 0.000193  11193 
TS.diHPCARP_I.15HPHshift.dmtutduu 1.004e+43 8.14  8.14  1.172e+37 0.000189  11194 
TS.diHPCARP_I.15HPHshift.dhmdpduu 1.137e+43 8.25  8.25  1.120e+37 0.000181  11195 
TS.diHPCARP_I.15HPHshift.ultdmuuu 1.293e+44 9.84  9.84  8.843e+36 0.000143  11196 
TS.diHPCARP_I.15HPHshift.dhtupduu 1.505e+43 8.59  8.59  8.378e+36 0.000135  11197 
TS.diHPCARP_I.15HPHshift.dhtdmudu 1.760e+43 8.69  8.69  8.259e+36 0.000133  11198 
TS.diHPCARP_I.15HPHshift.dhmdmuuu 4.141e+43 9.21  9.21  8.107e+36 0.000131  11199 
TS.diHPCARP_I.15HPHshift.uhpumudu 1.662e+44 10.06 10.06 7.784e+36 0.000126  11200 
TS.diHPCARP_I.15HPHshift.upputduu 6.867e+42 8.22  8.22  7.115e+36 0.000115  11201 
TS.diHPCARP_I.15HPHshift.ucpupuuu 1.926e+43 8.94  8.94  5.894e+36 9.51e-05  11202 
TS.diHPCARP_I.15HPHshift.dhtumuuu 3.582e+43 9.35  9.35  5.501e+36 8.87e-05  11203 
TS.diHPCARP_I.15HPHshift.uppupuuu 6.463e+42 8.44  8.44  4.569e+36 7.37e-05  11204 
TS.diHPCARP_I.15HPHshift.dhmdpuuu 1.236e+43 8.85  8.85  4.435e+36 7.15e-05  11205 
TS.diHPCARP_I.15HPHshift.ulmdpduu 2.388e+43 9.29  9.29  4.108e+36 6.63e-05  11206 
TS.diHPCARP_I.15HPHshift.ultdtduu 4.363e+43 9.68  9.68  3.877e+36 6.25e-05  11207 
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TS.diHPCARP_I.15HPHshift.uctdtudu 6.981e+43 9.98  9.98  3.749e+36 6.05e-05  11208 
TS.diHPCARP_I.15HPHshift.ucpdtudu 5.361e+43 9.84  9.84  3.612e+36 5.83e-05  11209 
TS.diHPCARP_I.15HPHshift.uhpdpudu 3.002e+43 9.58  9.58  3.167e+36 5.11e-05  11210 
TS.diHPCARP_I.15HPHshift.dlpdpduu 1.260e+43 9.08  9.08  3.044e+36 4.91e-05  11211 
TS.diHPCARP_I.15HPHshift.dhpdtudu 1.683e+44 10.65 10.65 2.936e+36 4.74e-05  11212 
TS.diHPCARP_I.15HPHshift.uhmumudu 1.132e+44 10.43 10.43 2.834e+36 4.57e-05  11213 
TS.diHPCARP_I.15HPHshift.uhmumuuu 6.945e+43 10.22 10.22 2.505e+36 4.04e-05  11214 
TS.diHPCARP_I.15HPHshift.ultdtudu 1.097e+44 10.51 10.51 2.413e+36 3.89e-05  11215 
TS.diHPCARP_I.15HPHshift.umpupuuu 2.237e+43 9.57  9.57  2.404e+36 3.88e-05  11216 
TS.diHPCARP_I.15HPHshift.dhtupuuu 2.112e+43 9.54  9.54  2.379e+36 3.84e-05  11217 
TS.diHPCARP_I.15HPHshift.uctdtddu 6.539e+43 10.29 10.29 2.083e+36 3.36e-05  11218 
TS.diHPCARP_I.15HPHshift.umtdmuuu 2.472e+43 9.79  9.79  1.833e+36 2.96e-05  11219 
TS.diHPCARP_I.15HPHshift.dmpdpduu 1.238e+43 9.48  9.48  1.525e+36 2.46e-05  11220 
TS.diHPCARP_I.15HPHshift.uhmupddu 2.404e+43 9.90  9.90  1.480e+36 2.39e-05  11221 
TS.diHPCARP_I.15HPHshift.dhputudu 1.131e+44 10.84 10.84 1.437e+36 2.32e-05  11222 
TS.diHPCARP_I.15HPHshift.uhpdtddu 1.537e+44 11.08 11.08 1.307e+36 2.11e-05  11223 
TS.diHPCARP_I.15HPHshift.uhtdpuuu 2.086e+43 9.90  9.90  1.285e+36 2.07e-05  11224 
TS.diHPCARP_I.15HPHshift.dhpdtduu 5.952e+42 9.18  9.18  1.229e+36 1.98e-05  11225 
TS.diHPCARP_I.15HPHshift.utpdpduu 3.097e+42 8.92  8.92  9.889e+35 1.6e-05   11226 
TS.diHPCARP_I.15HPHshift.uhpupudu 5.075e+43 10.59 10.59 9.774e+35 1.58e-05  11227 
TS.diHPCARP_I.15HPHshift.uhpdtudu 6.365e+43 10.73 10.73 9.633e+35 1.55e-05  11228 
TS.diHPCARP_I.15HPHshift.dhpdtuuu 1.790e+43 9.99  9.99  9.378e+35 1.51e-05  11229 
TS.diHPCARP_I.15HPHshift.dhmutudu 7.976e+43 10.93 10.93 8.650e+35 1.4e-05   11230 
TS.diHPCARP_I.15HPHshift.uhputddu 3.522e+43 10.57 10.57 7.047e+35 1.14e-05  11231 
TS.diHPCARP_I.15HPHshift.uhtdmuuu 7.823e+43 11.16 11.16 5.785e+35 9.33e-06  11232 
TS.diHPCARP_I.15HPHshift.utpdpuuu 6.886e+42 9.76  9.76  5.390e+35 8.69e-06  11233 
TS.diHPCARP_I.15HPHshift.uhpupduu 1.540e+43 10.24 10.24 5.390e+35 8.69e-06  11234 
TS.diHPCARP_I.15HPHshift.uppupduu 9.783e+42 9.99  9.99  5.145e+35 8.3e-06   11235 
TS.diHPCARP_I.15HPHshift.umtdtduu 7.641e+42 9.90  9.90  4.684e+35 7.56e-06  11236 
TS.diHPCARP_I.15HPHshift.uhmdpudu 1.888e+44 11.89 11.89 4.143e+35 6.68e-06  11237 
TS.diHPCARP_I.15HPHshift.uhmumduu 7.233e+43 11.32 11.32 4.115e+35 6.64e-06  11238 
TS.diHPCARP_I.15HPHshift.umtutduu 1.892e+43 10.55 10.55 3.923e+35 6.33e-06  11239 
TS.diHPCARP_I.15HPHshift.dhtutudu 1.039e+44 11.66 11.66 3.349e+35 5.4e-06   11240 
TS.diHPCARP_I.15HPHshift.uhmutuuu 5.058e+43 11.29 11.29 3.005e+35 4.85e-06  11241 
TS.diHPCARP_I.15HPHshift.uhtdtduu 2.488e+43 10.87 10.87 2.983e+35 4.81e-06  11242 
TS.diHPCARP_I.15HPHshift.dhtdtudu 7.118e+43 11.52 11.52 2.878e+35 4.64e-06  11243 
TS.diHPCARP_I.15HPHshift.ulmutddu 3.462e+43 11.14 11.14 2.655e+35 4.28e-06  11244 
TS.diHPCARP_I.15HPHshift.utpdtduu 1.125e+43 10.47 10.47 2.646e+35 4.27e-06  11245 
TS.diHPCARP_I.15HPHshift.uhpdtuuu 3.916e+44 12.61 12.61 2.570e+35 4.14e-06  11246 
TS.diHPCARP_I.15HPHshift.dlpdtduu 1.107e+43 10.52 10.52 2.400e+35 3.87e-06  11247 
TS.diHPCARP_I.15HPHshift.dhpdpuuu 6.426e+42 10.26 10.26 2.154e+35 3.47e-06  11248 
TS.diHPCARP_I.15HPHshift.uhpdmuuu 6.376e+43 11.65 11.65 2.075e+35 3.35e-06  11249 
TS.diHPCARP_I.15HPHshift.uhmutduu 1.816e+43 11.04 11.04 1.658e+35 2.67e-06  11250 
TS.diHPCARP_I.15HPHshift.uhmdpuuu 1.912e+43 11.08 11.08 1.618e+35 2.61e-06  11251 
TS.diHPCARP_I.15HPHshift.uhpdmduu 6.200e+43 11.82 11.82 1.527e+35 2.46e-06  11252 
TS.diHPCARP_I.15HPHshift.ucmutddu 2.607e+43 11.35 11.35 1.399e+35 2.26e-06  11253 
TS.diHPCARP_I.15HPHshift.uhtupuuu 8.683e+43 12.28 12.28 9.920e+34 1.6e-06   11254 
TS.diHPCARP_I.15HPHshift.dhtutduu 2.917e+43 11.70 11.70 8.767e+34 1.41e-06  11255 
TS.diHPCARP_I.15HPHshift.dhputduu 1.802e+43 11.88 11.88 4.005e+34 6.46e-07  11256 
TS.diHPCARP_I.15HPHshift.uhmutddu 3.385e+43 12.74 12.74 1.784e+34 2.88e-07  11257 
TS.diHPCARP_I.15HPHshift.uhtdpduu 5.554e+43 13.70 13.70 5.821e+33 9.39e-08  11258 
TS.diHPCARP_I.15HPHshift.uhmdtudu 8.108e+44 15.46 15.46 4.466e+33 7.2e-08   11259 
TS.diHPCARP_I.15HPHshift.uhtupduu 1.387e+43 13.13 13.13 3.763e+33 6.07e-08  11260 
TS.diHPCARP_I.15HPHshift.uhtutduu 2.911e+43 14.65 14.65 6.223e+32 1e-08     11261 
Total                                                   6.200e+42 100       11262 
 11263 
 11264 
 11265 
################################################################################# 11266 
M06-2X/cc-pVDZ data for tri-HPACYL-I 11267 
################################################################################# 11268 
 11269 
(2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 11270 
========================================================= 11271 
 11272 
Population analysis at 300K. Vibrational scaling: 0.971.  11273 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 11274 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 11275 
%: contribution to the population (with current data set assumed 100%) 11276 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         11277 
-------------------------------------------------------------- 11278 
triHPacyl.ppmmptmppd 9.894e+42 0.00  0.00  9.894e+42 10.9      11279 
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triHPacyl.tmmmmtmppd 2.051e+43 0.49  0.49  9.083e+42 9.98      11280 
triHPacyl.pmmmptmppd 1.909e+43 1.08  1.08  3.141e+42 3.45      11281 
triHPacyl.ppmmppmppd 1.273e+43 0.90  0.90  2.795e+42 3.07      11282 
triHPacyl.ppmmpppmpd 1.940e+43 1.22  1.22  2.518e+42 2.77      11283 
triHPacyl.ppmmptpmpd 3.583e+43 1.61  1.61  2.426e+42 2.67      11284 
triHPacyl.pmppmttpmd 2.119e+43 1.42  1.42  1.954e+42 2.15      11285 
triHPacyl.tmmmmmmppd 2.024e+43 1.39  1.39  1.954e+42 2.15      11286 
triHPacyl.tpmmmtmppd 1.128e+43 1.18  1.18  1.565e+42 1.72      11287 
triHPacyl.pppppptpmd 2.731e+43 1.75  1.75  1.439e+42 1.58      11288 
triHPacyl.pppppttpmd 3.808e+43 1.99  1.99  1.347e+42 1.48      11289 
triHPacyl.ptmmmtmpmd 4.351e+43 2.07  2.07  1.346e+42 1.48      11290 
triHPacyl.pmppmtmpmd 1.542e+43 1.46  1.46  1.321e+42 1.45      11291 
triHPacyl.pptmptmmpd 4.406e+43 2.09  2.09  1.320e+42 1.45      11292 
triHPacyl.ppmmmptmmd 7.786e+43 2.45  2.45  1.275e+42 1.4       11293 
triHPacyl.mtpppmpmpd 9.542e+44 3.98  3.98  1.209e+42 1.33      11294 
triHPacyl.ppppptmpmd 1.495e+43 1.52  1.52  1.175e+42 1.29      11295 
triHPacyl.ppppptpmmd 1.082e+44 2.72  2.72  1.127e+42 1.24      11296 
triHPacyl.tpmmmmpmpd 2.078e+43 1.88  1.88  8.848e+41 0.972     11297 
triHPacyl.mmtmptmmpd 3.222e+43 2.15  2.15  8.701e+41 0.956     11298 
triHPacyl.ppmpmtpmmd 2.288e+43 1.97  1.97  8.384e+41 0.921     11299 
triHPacyl.pmmmpmmppd 1.476e+43 1.81  1.81  7.143e+41 0.785     11300 
triHPacyl.pmppptpmmd 6.153e+42 1.30  1.30  6.986e+41 0.768     11301 
triHPacyl.ppmmmtpmmd 7.837e+43 2.83  2.83  6.779e+41 0.745     11302 
triHPacyl.tmtmmtmmpd 4.028e+43 2.45  2.45  6.645e+41 0.73      11303 
triHPacyl.pptmppmmpd 2.559e+43 2.18  2.18  6.587e+41 0.724     11304 
triHPacyl.tmmmmmmpmd 4.599e+43 2.53  2.53  6.575e+41 0.722     11305 
triHPacyl.pppppttppd 7.697e+43 2.85  2.85  6.481e+41 0.712     11306 
triHPacyl.pmtmmtmmpd 1.655e+43 1.93  1.93  6.462e+41 0.71      11307 
triHPacyl.pmmmptmpmd 1.027e+44 3.08  3.08  5.851e+41 0.643     11308 
triHPacyl.pppppttmmd 1.829e+44 3.44  3.44  5.669e+41 0.623     11309 
triHPacyl.tmtmmmmmpd 2.549e+43 2.28  2.28  5.595e+41 0.615     11310 
triHPacyl.tmmmmtmmpd 5.387e+43 2.72  2.72  5.588e+41 0.614     11311 
triHPacyl.tmppmttpmd 2.692e+43 2.34  2.34  5.337e+41 0.586     11312 
triHPacyl.pppppptppd 4.556e+43 2.67  2.67  5.212e+41 0.573     11313 
triHPacyl.ttppmmtpmd 1.029e+43 1.80  1.80  5.035e+41 0.553     11314 
triHPacyl.pmtmptmmpd 2.324e+43 2.30  2.30  4.918e+41 0.54      11315 
triHPacyl.ptmmptmpmd 3.871e+43 2.61  2.61  4.875e+41 0.536     11316 
triHPacyl.tpmmmmmppd 1.190e+43 1.91  1.91  4.840e+41 0.532     11317 
triHPacyl.ptmmpmmpmd 3.207e+43 2.52  2.52  4.678e+41 0.514     11318 
triHPacyl.pppppppmmd 5.461e+43 2.85  2.85  4.569e+41 0.502     11319 
triHPacyl.pptpptmmmd 3.822e+43 2.66  2.66  4.386e+41 0.482     11320 
triHPacyl.pmpppmpmmd 4.999e+42 1.51  1.51  3.991e+41 0.439     11321 
triHPacyl.tmppmmtpmd 1.761e+43 2.29  2.29  3.770e+41 0.414     11322 
triHPacyl.pptmptpmpd 1.037e+44 3.37  3.37  3.621e+41 0.398     11323 
triHPacyl.pmmmpmmpmd 3.924e+43 2.81  2.81  3.501e+41 0.385     11324 
triHPacyl.pptmpppmpd 7.594e+43 3.22  3.22  3.440e+41 0.378     11325 
triHPacyl.pptppttpmd 4.261e+43 2.88  2.88  3.380e+41 0.371     11326 
triHPacyl.ppmpptmpmd 1.251e+43 2.16  2.16  3.344e+41 0.367     11327 
triHPacyl.ppmmmtmpmd 1.612e+43 2.33  2.33  3.242e+41 0.356     11328 
triHPacyl.mtmmptmpmd 2.427e+43 2.60  2.60  3.085e+41 0.339     11329 
triHPacyl.ttppmttpmd 1.079e+43 2.13  2.13  3.031e+41 0.333     11330 
triHPacyl.mmpmptmmpd 1.343e+43 2.31  2.31  2.771e+41 0.305     11331 
triHPacyl.mmtmptmmmd 4.054e+43 2.97  2.97  2.770e+41 0.304     11332 
triHPacyl.pptppttmmd 7.592e+43 3.35  3.35  2.757e+41 0.303     11333 
triHPacyl.ttmmmmmpmd 4.591e+43 3.06  3.06  2.701e+41 0.297     11334 
triHPacyl.ttppmmpmmd 2.280e+43 2.66  2.66  2.631e+41 0.289     11335 
triHPacyl.pptmpttmpd 1.166e+44 3.65  3.65  2.574e+41 0.283     11336 
triHPacyl.mmppptmmmd 6.432e+42 1.93  1.93  2.517e+41 0.277     11337 
triHPacyl.pptppptpmd 2.593e+43 2.77  2.77  2.493e+41 0.274     11338 
triHPacyl.ptmmpppmmd 7.458e+43 3.40  3.40  2.488e+41 0.273     11339 
triHPacyl.tmtmptmmpd 8.680e+43 3.51  3.51  2.413e+41 0.265     11340 
triHPacyl.tmtpmttpmd 6.866e+43 3.38  3.38  2.359e+41 0.259     11341 
triHPacyl.ptppmttpmd 8.512e+42 2.14  2.14  2.357e+41 0.259     11342 
triHPacyl.pptmpttpmd 8.179e+43 3.50  3.50  2.316e+41 0.254     11343 
triHPacyl.mmtpptmmmd 2.652e+43 2.83  2.83  2.283e+41 0.251     11344 
triHPacyl.mmpmpttppd 5.734e+43 3.31  3.31  2.226e+41 0.245     11345 
triHPacyl.pptmptmmmd 5.007e+43 3.23  3.23  2.205e+41 0.242     11346 
triHPacyl.ptmmmmmpmd 5.804e+43 3.34  3.34  2.142e+41 0.235     11347 
triHPacyl.tmtmmttpmd 3.452e+44 4.41  4.41  2.118e+41 0.233     11348 
triHPacyl.pptmpptpmd 5.434e+43 3.31  3.31  2.101e+41 0.231     11349 
triHPacyl.mmpppttppd 2.519e+43 2.87  2.87  2.051e+41 0.225     11350 
triHPacyl.pptmptmppd 2.001e+43 2.73  2.73  2.044e+41 0.225     11351 
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triHPacyl.tpmmmtpmpd 2.422e+43 2.85  2.85  2.043e+41 0.224     11352 
triHPacyl.pmtmmtmmmd 2.170e+43 2.79  2.79  2.020e+41 0.222     11353 
triHPacyl.pmtmpttpmd 2.730e+44 4.31  4.31  1.980e+41 0.218     11354 
triHPacyl.pptpppmmmd 1.999e+43 2.75  2.75  1.970e+41 0.216     11355 
triHPacyl.mmpmpttmpd 6.437e+43 3.45  3.45  1.963e+41 0.216     11356 
triHPacyl.ttmmmmpmmd 9.106e+43 3.67  3.67  1.920e+41 0.211     11357 
triHPacyl.tmmmmtpmpd 7.062e+43 3.53  3.53  1.908e+41 0.21      11358 
triHPacyl.mttpptmppd 5.049e+43 3.33  3.33  1.895e+41 0.208     11359 
triHPacyl.tmmmmttppd 6.740e+43 3.52  3.52  1.852e+41 0.204     11360 
triHPacyl.ppppppmpmd 1.488e+43 2.62  2.62  1.822e+41 0.2       11361 
triHPacyl.tmtpmmtpmd 3.510e+43 3.14  3.14  1.812e+41 0.199     11362 
triHPacyl.ppmmpppppd 2.352e+43 2.91  2.91  1.776e+41 0.195     11363 
triHPacyl.ptmmptpmmd 7.221e+43 3.59  3.59  1.763e+41 0.194     11364 
triHPacyl.tmmmmtpppd 4.576e+43 3.33  3.33  1.724e+41 0.189     11365 
triHPacyl.tmtmmmtpmd 1.401e+44 4.03  4.03  1.630e+41 0.179     11366 
triHPacyl.mmppptmpmd 8.885e+42 2.39  2.39  1.618e+41 0.178     11367 
triHPacyl.mmmmptmmpd 4.516e+43 3.36  3.36  1.607e+41 0.177     11368 
triHPacyl.pptppttppd 8.965e+43 3.77  3.77  1.603e+41 0.176     11369 
triHPacyl.pmtmpmmmpd 1.968e+43 2.87  2.87  1.597e+41 0.176     11370 
triHPacyl.mmmmptmmmd 4.797e+43 3.40  3.40  1.590e+41 0.175     11371 
triHPacyl.mttpptmpmd 4.406e+43 3.38  3.38  1.524e+41 0.167     11372 
triHPacyl.pppppptmmd 8.473e+43 3.77  3.77  1.519e+41 0.167     11373 
triHPacyl.mmtmpmmmpd 4.162e+43 3.36  3.36  1.491e+41 0.164     11374 
triHPacyl.pptppptppd 5.748e+43 3.57  3.57  1.451e+41 0.159     11375 
triHPacyl.pptmppmmmd 3.082e+43 3.20  3.20  1.427e+41 0.157     11376 
triHPacyl.pmmmptmmpd 4.619e+43 3.46  3.46  1.399e+41 0.154     11377 
triHPacyl.tmtpmtmmmd 6.521e+43 3.67  3.67  1.381e+41 0.152     11378 
triHPacyl.ppmppppmmd 2.131e+43 3.01  3.01  1.358e+41 0.149     11379 
triHPacyl.tpppmttpmd 5.206e+43 3.55  3.55  1.343e+41 0.148     11380 
triHPacyl.mmtpptmmpd 5.077e+43 3.54  3.54  1.337e+41 0.147     11381 
triHPacyl.pmtmptmppd 3.948e+43 3.40  3.40  1.314e+41 0.144     11382 
triHPacyl.ppmmmmpmmd 6.345e+43 3.69  3.69  1.308e+41 0.144     11383 
triHPacyl.pttmmtmppd 1.740e+43 2.93  2.93  1.282e+41 0.141     11384 
triHPacyl.tpppmmtpmd 3.589e+43 3.36  3.36  1.278e+41 0.14      11385 
triHPacyl.pptpptmmpd 6.449e+43 3.71  3.71  1.277e+41 0.14      11386 
triHPacyl.ptpppmpmmd 1.404e+43 2.80  2.80  1.277e+41 0.14      11387 
triHPacyl.pmtmmmmmpd 2.112e+43 3.05  3.05  1.265e+41 0.139     11388 
triHPacyl.tmppmtmmmd 3.560e+43 3.37  3.37  1.248e+41 0.137     11389 
triHPacyl.mttmptmppd 1.860e+43 2.99  2.99  1.240e+41 0.136     11390 
triHPacyl.ppppppppmd 1.401e+44 4.20  4.20  1.230e+41 0.135     11391 
triHPacyl.pmtppttpmd 4.303e+43 3.50  3.50  1.223e+41 0.134     11392 
triHPacyl.pttpmtmppd 7.734e+43 3.85  3.85  1.207e+41 0.133     11393 
triHPacyl.tmtmmtmmmd 6.263e+43 3.78  3.78  1.109e+41 0.122     11394 
triHPacyl.ttmmmtmpmd 5.602e+43 3.71  3.71  1.106e+41 0.121     11395 
triHPacyl.ppmpptpmmd 3.374e+43 3.41  3.41  1.105e+41 0.121     11396 
triHPacyl.ptppmmtpmd 1.875e+43 3.07  3.07  1.090e+41 0.12      11397 
triHPacyl.ptpppttpmd 8.991e+42 2.63  2.63  1.089e+41 0.12      11398 
triHPacyl.tmtmmtmppd 5.960e+43 3.77  3.77  1.074e+41 0.118     11399 
triHPacyl.pttmmtmmpd 1.555e+43 2.97  2.97  1.073e+41 0.118     11400 
triHPacyl.tmmmmttmpd 6.120e+43 3.78  3.78  1.072e+41 0.118     11401 
triHPacyl.tptmmtpmpd 1.454e+44 4.31  4.31  1.063e+41 0.117     11402 
triHPacyl.mmpppptppd 7.237e+43 3.89  3.89  1.060e+41 0.116     11403 
triHPacyl.pttmptmppd 2.144e+43 3.17  3.17  1.059e+41 0.116     11404 
triHPacyl.tmmmmmmmpd 5.240e+43 3.70  3.70  1.055e+41 0.116     11405 
triHPacyl.tmtmmmmmmd 4.389e+43 3.60  3.60  1.040e+41 0.114     11406 
triHPacyl.tmtpmmmmmd 4.153e+43 3.57  3.57  1.039e+41 0.114     11407 
triHPacyl.tpppmtmpmd 1.934e+43 3.12  3.12  1.038e+41 0.114     11408 
triHPacyl.pttmpmmppd 1.723e+43 3.05  3.05  1.033e+41 0.113     11409 
triHPacyl.tmtpmtmppd 2.875e+44 4.73  4.73  1.022e+41 0.112     11410 
triHPacyl.tmtpmttppd 1.593e+44 4.38  4.38  1.021e+41 0.112     11411 
triHPacyl.pmppmttppd 2.922e+43 3.38  3.38  1.003e+41 0.11      11412 
triHPacyl.tptmmmpmpd 6.128e+43 3.84  3.84  9.718e+40 0.107     11413 
triHPacyl.mmpmptmppd 1.555e+43 3.03  3.03  9.712e+40 0.107     11414 
triHPacyl.tmtpmmtppd 8.759e+43 4.07  4.07  9.554e+40 0.105     11415 
triHPacyl.tptmmtmmpd 4.720e+43 3.71  3.71  9.418e+40 0.103     11416 
triHPacyl.tpmmptmppd 1.433e+43 3.00  3.00  9.320e+40 0.102     11417 
triHPacyl.tmtmmmmppd 3.707e+43 3.58  3.58  9.112e+40 0.1       11418 
triHPacyl.tpmpmmpmmd 2.287e+43 3.30  3.30  9.034e+40 0.0993    11419 
triHPacyl.pmtpmtmmmd 1.471e+43 3.04  3.04  8.993e+40 0.0988    11420 
triHPacyl.mtmmpmmpmd 3.324e+43 3.53  3.53  8.980e+40 0.0987    11421 
triHPacyl.ptpppptpmd 1.117e+43 2.88  2.88  8.904e+40 0.0978    11422 
triHPacyl.ttmmmtpmmd 9.383e+43 4.15  4.15  8.884e+40 0.0976    11423 
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triHPacyl.tttmmmpmpd 3.676e+43 3.60  3.60  8.727e+40 0.0959    11424 
triHPacyl.tpmpmtmpmd 1.561e+43 3.09  3.09  8.697e+40 0.0956    11425 
triHPacyl.pptpmtpmpd 9.257e+43 4.16  4.16  8.690e+40 0.0955    11426 
triHPacyl.tptmmmmmpd 3.828e+43 3.64  3.64  8.607e+40 0.0946    11427 
triHPacyl.pttppppmmd 3.026e+43 3.50  3.50  8.586e+40 0.0943    11428 
triHPacyl.tmtpmtmpmd 6.839e+43 3.99  3.99  8.521e+40 0.0936    11429 
triHPacyl.ttppmmmmmd 9.669e+42 2.83  2.83  8.323e+40 0.0915    11430 
triHPacyl.tmmmptmppd 2.730e+43 3.48  3.48  7.944e+40 0.0873    11431 
triHPacyl.pmppmttmmd 3.449e+43 3.63  3.63  7.768e+40 0.0854    11432 
triHPacyl.tmppmtpmmd 1.129e+43 2.97  2.97  7.761e+40 0.0853    11433 
triHPacyl.pmtmptmmmd 3.667e+43 3.67  3.67  7.758e+40 0.0852    11434 
triHPacyl.pptpppmmpd 3.673e+43 3.67  3.67  7.729e+40 0.0849    11435 
triHPacyl.pmppmmmpmd 2.297e+43 3.40  3.40  7.633e+40 0.0839    11436 
triHPacyl.pptpmtpmmd 6.459e+43 4.02  4.02  7.605e+40 0.0836    11437 
triHPacyl.tttmmmmmpd 1.837e+43 3.28  3.28  7.503e+40 0.0825    11438 
triHPacyl.tpppmmtppd 7.839e+43 4.17  4.17  7.217e+40 0.0793    11439 
triHPacyl.ppmpppmpmd 1.570e+43 3.21  3.21  7.210e+40 0.0792    11440 
triHPacyl.pmtpptmmmd 2.480e+43 3.48  3.48  7.180e+40 0.0789    11441 
triHPacyl.tpppmmpmmd 4.411e+43 3.83  3.83  7.179e+40 0.0789    11442 
triHPacyl.mmmmmtmppd 2.071e+43 3.38  3.38  7.157e+40 0.0786    11443 
triHPacyl.mtmmptpmmd 1.090e+44 4.37  4.37  7.083e+40 0.0778    11444 
triHPacyl.tttmmtmmpd 1.789e+43 3.30  3.30  7.050e+40 0.0775    11445 
triHPacyl.pmpppptpmd 8.588e+42 2.87  2.87  6.947e+40 0.0763    11446 
triHPacyl.pmppmmtpmd 2.358e+43 3.48  3.48  6.833e+40 0.0751    11447 
triHPacyl.mmptptmmpd 5.555e+43 4.00  4.00  6.803e+40 0.0748    11448 
triHPacyl.pmtppttppd 9.832e+43 4.34  4.34  6.781e+40 0.0745    11449 
triHPacyl.tttmmmmppd 2.537e+43 3.53  3.53  6.748e+40 0.0741    11450 
triHPacyl.pppppppmpd 7.285e+43 4.17  4.17  6.704e+40 0.0737    11451 
triHPacyl.pmmmptpppd 3.684e+43 3.77  3.77  6.643e+40 0.073     11452 
triHPacyl.ptpppmmpmd 1.171e+43 3.09  3.09  6.552e+40 0.072     11453 
triHPacyl.tmtpmmmpmd 3.705e+43 3.78  3.78  6.507e+40 0.0715    11454 
triHPacyl.pmtmpmmppd 2.314e+43 3.51  3.51  6.441e+40 0.0708    11455 
triHPacyl.tmtpmmmppd 1.375e+44 4.58  4.58  6.317e+40 0.0694    11456 
triHPacyl.tmppmmmmmd 2.446e+43 3.56  3.56  6.278e+40 0.069     11457 
triHPacyl.ppmtmtpmpd 8.134e+43 4.28  4.28  6.198e+40 0.0681    11458 
triHPacyl.ptppppmpmd 2.170e+43 3.50  3.50  6.093e+40 0.067     11459 
triHPacyl.ppmpmmpmmd 1.985e+43 3.46  3.46  5.988e+40 0.0658    11460 
triHPacyl.pmtpmtmmpd 2.993e+43 3.71  3.71  5.946e+40 0.0653    11461 
triHPacyl.ppmmptpppd 3.326e+43 3.77  3.77  5.939e+40 0.0653    11462 
triHPacyl.tpppmtpmmd 9.603e+43 4.41  4.41  5.927e+40 0.0651    11463 
triHPacyl.tmtmptmmmd 1.661e+44 4.73  4.73  5.909e+40 0.0649    11464 
triHPacyl.tmtmpttpmd 5.991e+44 5.51  5.51  5.821e+40 0.064     11465 
triHPacyl.tmmmmmtppd 7.294e+43 4.25  4.25  5.800e+40 0.0637    11466 
triHPacyl.pmmmpttppd 6.358e+43 4.18  4.18  5.724e+40 0.0629    11467 
triHPacyl.pttmpppmpd 2.673e+43 3.68  3.68  5.552e+40 0.061     11468 
triHPacyl.ppmmmtmppd 1.045e+43 3.13  3.13  5.516e+40 0.0606    11469 
triHPacyl.pptppppmmd 1.483e+44 4.71  4.71  5.506e+40 0.0605    11470 
triHPacyl.ppmmpptmpd 6.367e+43 4.21  4.21  5.430e+40 0.0597    11471 
triHPacyl.pttpptpmmd 4.068e+43 3.95  3.95  5.422e+40 0.0596    11472 
triHPacyl.pmtppmtpmd 3.290e+43 3.83  3.83  5.361e+40 0.0589    11473 
triHPacyl.tptmmtmppd 2.677e+43 3.71  3.71  5.276e+40 0.058     11474 
triHPacyl.tmmmmmpppd 4.573e+43 4.04  4.04  5.225e+40 0.0574    11475 
triHPacyl.mmtmpmmmmd 5.559e+43 4.16  4.16  5.189e+40 0.057     11476 
triHPacyl.pttmptpmpd 3.814e+43 3.95  3.95  5.037e+40 0.0553    11477 
triHPacyl.tttpmmmppd 9.809e+43 4.52  4.52  4.999e+40 0.0549    11478 
triHPacyl.mttmptmmpd 1.666e+43 3.46  3.46  4.984e+40 0.0548    11479 
triHPacyl.mmtppmmmmd 4.013e+43 3.99  3.99  4.952e+40 0.0544    11480 
triHPacyl.pmtpptmppd 8.410e+43 4.45  4.45  4.860e+40 0.0534    11481 
triHPacyl.tpmpmtpmmd 3.880e+43 3.98  3.98  4.860e+40 0.0534    11482 
triHPacyl.pptmpptmpd 7.750e+43 4.40  4.40  4.805e+40 0.0528    11483 
triHPacyl.tmtpptmmmd 1.294e+44 4.71  4.71  4.779e+40 0.0525    11484 
triHPacyl.tpppmttppd 1.050e+44 4.59  4.59  4.770e+40 0.0524    11485 
triHPacyl.tttpmtmmmd 1.731e+43 3.51  3.51  4.762e+40 0.0523    11486 
triHPacyl.pmtmpmtpmd 9.779e+43 4.56  4.56  4.657e+40 0.0512    11487 
triHPacyl.tttmmtmppd 4.106e+43 4.05  4.05  4.632e+40 0.0509    11488 
triHPacyl.tmtpmtmmpd 1.975e+44 4.98  4.98  4.617e+40 0.0507    11489 
triHPacyl.mmpmpmtppd 5.577e+43 4.24  4.24  4.578e+40 0.0503    11490 
triHPacyl.mtmtptmpmd 9.787e+42 3.20  3.20  4.566e+40 0.0502    11491 
triHPacyl.tttpmmmmmd 1.659e+43 3.52  3.52  4.510e+40 0.0496    11492 
triHPacyl.ppppptpmpd 6.197e+43 4.31  4.31  4.503e+40 0.0495    11493 
triHPacyl.mmpmpmmmpd 1.543e+43 3.48  3.48  4.475e+40 0.0492    11494 
triHPacyl.pttpmtmmmd 1.579e+43 3.51  3.51  4.410e+40 0.0485    11495 
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triHPacyl.pttppmmppd 6.616e+43 4.36  4.36  4.409e+40 0.0485    11496 
triHPacyl.pmppmpmmmd 3.526e+43 3.99  3.99  4.398e+40 0.0483    11497 
triHPacyl.ptppmtmpmd 3.548e+43 4.00  4.00  4.339e+40 0.0477    11498 
triHPacyl.pptpmttmmd 9.760e+43 4.61  4.61  4.303e+40 0.0473    11499 
triHPacyl.ppmtmttmmd 1.083e+44 4.68  4.68  4.228e+40 0.0465    11500 
triHPacyl.mmpppttmmd 3.581e+43 4.02  4.02  4.217e+40 0.0463    11501 
triHPacyl.mmppppmpmd 2.099e+43 3.71  3.71  4.198e+40 0.0461    11502 
triHPacyl.ppppppmmpd 3.767e+43 4.05  4.05  4.195e+40 0.0461    11503 
triHPacyl.pttpptmppd 8.958e+43 4.57  4.57  4.185e+40 0.046     11504 
triHPacyl.mttppmmpmd 6.218e+43 4.36  4.36  4.154e+40 0.0456    11505 
triHPacyl.pttpmtmpmd 1.755e+43 3.61  3.61  4.134e+40 0.0454    11506 
triHPacyl.pmmmmtmppd 1.151e+43 3.36  3.36  4.084e+40 0.0449    11507 
triHPacyl.tmppmmpmmd 8.236e+42 3.18  3.18  3.968e+40 0.0436    11508 
triHPacyl.ptppptpmmd 2.475e+43 3.84  3.84  3.964e+40 0.0436    11509 
triHPacyl.tmmmmtmmmd 1.587e+44 4.95  4.95  3.949e+40 0.0434    11510 
triHPacyl.pmtmmmmmmd 2.604e+43 3.87  3.87  3.939e+40 0.0433    11511 
triHPacyl.ttpmmmmmpd 1.020e+43 3.32  3.32  3.888e+40 0.0427    11512 
triHPacyl.pmtpptmpmd 6.216e+43 4.40  4.40  3.884e+40 0.0427    11513 
triHPacyl.pptmppmppd 2.258e+43 3.79  3.79  3.882e+40 0.0427    11514 
triHPacyl.ptmtpmmppd 8.767e+43 4.61  4.61  3.823e+40 0.042     11515 
triHPacyl.tptpmttpmd 5.641e+43 4.36  4.36  3.777e+40 0.0415    11516 
triHPacyl.tttmmtpmpd 4.557e+43 4.24  4.24  3.741e+40 0.0411    11517 
triHPacyl.tmtpmmmmpd 1.293e+44 4.86  4.86  3.720e+40 0.0409    11518 
triHPacyl.tmmtmmmppd 1.163e+44 4.80  4.80  3.707e+40 0.0407    11519 
triHPacyl.tptpmmtpmd 3.913e+43 4.15  4.15  3.688e+40 0.0405    11520 
triHPacyl.ppmmmmtmmd 1.200e+44 4.83  4.83  3.641e+40 0.04      11521 
triHPacyl.mtmmpmpmpd 3.850e+44 5.53  5.53  3.615e+40 0.0397    11522 
triHPacyl.tmmmptmmpd 5.955e+43 4.42  4.42  3.600e+40 0.0396    11523 
triHPacyl.pttmmtmmmd 2.168e+43 3.82  3.82  3.559e+40 0.0391    11524 
triHPacyl.mttppmmppd 6.444e+43 4.47  4.47  3.555e+40 0.0391    11525 
triHPacyl.pmtpppmppd 5.190e+43 4.35  4.35  3.489e+40 0.0383    11526 
triHPacyl.ttpmmmpmpd 2.226e+43 3.86  3.86  3.449e+40 0.0379    11527 
triHPacyl.ppmmpptppd 7.328e+43 4.57  4.57  3.442e+40 0.0378    11528 
triHPacyl.tmmtmpmpmd 1.975e+43 3.79  3.79  3.442e+40 0.0378    11529 
triHPacyl.tmtppttpmd 9.546e+43 4.73  4.73  3.393e+40 0.0373    11530 
triHPacyl.pttpmmmppd 2.207e+44 5.25  5.25  3.320e+40 0.0365    11531 
triHPacyl.ttppmmtmmd 4.037e+43 4.24  4.24  3.291e+40 0.0362    11532 
triHPacyl.mtmmpmpmmd 1.709e+44 5.11  5.11  3.229e+40 0.0355    11533 
triHPacyl.pmtppmtppd 7.484e+43 4.62  4.62  3.227e+40 0.0355    11534 
triHPacyl.ppttpttpmd 1.381e+44 4.99  4.99  3.182e+40 0.035     11535 
triHPacyl.ppppptmmpd 4.900e+43 4.38  4.38  3.179e+40 0.0349    11536 
triHPacyl.mmpppmmmmd 8.724e+42 3.35  3.35  3.174e+40 0.0349    11537 
triHPacyl.tptpmmpmmd 1.496e+44 5.05  5.05  3.149e+40 0.0346    11538 
triHPacyl.ppmpppmmmd 5.021e+43 4.42  4.42  3.019e+40 0.0332    11539 
triHPacyl.tmmtmtmppd 1.834e+44 5.19  5.19  3.019e+40 0.0332    11540 
triHPacyl.tmppmtmpmd 7.897e+43 4.69  4.69  3.011e+40 0.0331    11541 
triHPacyl.tmpmmttppd 5.391e+43 4.48  4.48  2.950e+40 0.0324    11542 
triHPacyl.ppttptmmmd 1.080e+44 4.89  4.89  2.948e+40 0.0324    11543 
triHPacyl.pptppptmmd 4.550e+43 4.38  4.38  2.948e+40 0.0324    11544 
triHPacyl.mtpppmpmmd 2.806e+43 4.10  4.10  2.916e+40 0.032     11545 
triHPacyl.mttmpmmppd 2.238e+43 3.96  3.96  2.907e+40 0.0319    11546 
triHPacyl.tmmpmmmpmd 9.579e+43 4.83  4.83  2.905e+40 0.0319    11547 
triHPacyl.tmpmmtmmpd 4.885e+43 4.43  4.43  2.905e+40 0.0319    11548 
triHPacyl.tmmmmmtmpd 7.280e+43 4.67  4.67  2.893e+40 0.0318    11549 
triHPacyl.ppmppttmmd 1.014e+44 4.87  4.87  2.891e+40 0.0318    11550 
triHPacyl.mtpppppmmd 1.263e+43 3.63  3.63  2.859e+40 0.0314    11551 
triHPacyl.ttppmmmpmd 1.595e+43 3.77  3.77  2.847e+40 0.0313    11552 
triHPacyl.tptmmttpmd 1.307e+44 5.03  5.03  2.845e+40 0.0313    11553 
triHPacyl.ptmtmtmppd 6.128e+43 4.59  4.59  2.770e+40 0.0304    11554 
triHPacyl.tpppmmmpmd 1.623e+43 3.81  3.81  2.726e+40 0.03      11555 
triHPacyl.tptpmtmmmd 4.499e+43 4.42  4.42  2.723e+40 0.0299    11556 
triHPacyl.tmtppttppd 2.687e+44 5.48  5.48  2.716e+40 0.0298    11557 
triHPacyl.mmppmttpmd 2.300e+43 4.03  4.03  2.688e+40 0.0295    11558 
triHPacyl.tmmpmtmpmd 6.317e+43 4.63  4.63  2.675e+40 0.0294    11559 
triHPacyl.ppttpptpmd 8.823e+43 4.83  4.83  2.672e+40 0.0294    11560 
triHPacyl.ppptpppmmd 2.223e+44 5.38  5.38  2.671e+40 0.0294    11561 
triHPacyl.tptmmmtpmd 8.717e+43 4.82  4.82  2.669e+40 0.0293    11562 
triHPacyl.mmpmpmtmpd 5.628e+43 4.56  4.56  2.664e+40 0.0293    11563 
triHPacyl.tmpmmptppd 3.009e+43 4.20  4.20  2.619e+40 0.0288    11564 
triHPacyl.pptpptmppd 5.862e+43 4.60  4.60  2.592e+40 0.0285    11565 
triHPacyl.mtppptmpmd 1.370e+43 3.75  3.75  2.547e+40 0.028     11566 
triHPacyl.pptpptmpmd 3.991e+43 4.40  4.40  2.496e+40 0.0274    11567 
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triHPacyl.tptmmttmpd 1.351e+44 5.13  5.13  2.463e+40 0.0271    11568 
triHPacyl.pttppmmpmd 1.646e+43 3.88  3.88  2.444e+40 0.0269    11569 
triHPacyl.ttppmtmmmd 7.956e+42 3.45  3.45  2.432e+40 0.0267    11570 
triHPacyl.ppptptpmmd 2.183e+44 5.43  5.43  2.431e+40 0.0267    11571 
triHPacyl.ttmmptmpmd 7.286e+43 4.77  4.77  2.430e+40 0.0267    11572 
triHPacyl.pmtppmmpmd 3.729e+43 4.37  4.37  2.426e+40 0.0267    11573 
triHPacyl.tptpmmmmmd 3.054e+43 4.26  4.26  2.416e+40 0.0265    11574 
triHPacyl.pppppttmpd 3.229e+44 5.67  5.67  2.408e+40 0.0265    11575 
triHPacyl.mttmptpmpd 3.504e+43 4.34  4.34  2.400e+40 0.0264    11576 
triHPacyl.ttppmtpmmd 4.635e+43 4.51  4.51  2.382e+40 0.0262    11577 
triHPacyl.ppmmpttppd 8.920e+43 4.91  4.91  2.367e+40 0.026     11578 
triHPacyl.tptmmmmmmd 5.599e+43 4.64  4.64  2.342e+40 0.0257    11579 
triHPacyl.tmtmppmmpd 4.850e+43 4.55  4.55  2.334e+40 0.0256    11580 
triHPacyl.tttpmmpmmd 3.918e+43 4.43  4.43  2.329e+40 0.0256    11581 
triHPacyl.pptppppppd 2.751e+44 5.59  5.59  2.324e+40 0.0255    11582 
triHPacyl.tpmpmmmpmd 1.693e+43 3.94  3.94  2.301e+40 0.0253    11583 
triHPacyl.ppmmmtmmmd 8.605e+43 4.91  4.91  2.299e+40 0.0253    11584 
triHPacyl.tptmmtmmmd 6.842e+43 4.77  4.77  2.298e+40 0.0252    11585 
triHPacyl.ptpmpppmpd 1.884e+43 4.00  4.00  2.290e+40 0.0252    11586 
triHPacyl.tttpmtmppd 1.091e+44 5.06  5.06  2.250e+40 0.0247    11587 
triHPacyl.tptpmttmmd 8.083e+43 4.88  4.88  2.243e+40 0.0246    11588 
triHPacyl.pptmpppppd 9.474e+43 4.98  4.98  2.214e+40 0.0243    11589 
triHPacyl.pmtpmtmppd 6.430e+43 4.76  4.76  2.206e+40 0.0242    11590 
triHPacyl.tptpmttppd 1.432e+44 5.24  5.24  2.198e+40 0.0242    11591 
triHPacyl.pttmmmmppd 2.078e+43 4.09  4.09  2.189e+40 0.024     11592 
triHPacyl.tmmmmmpmmd 2.568e+44 5.59  5.59  2.183e+40 0.024     11593 
triHPacyl.tttpmttpmd 2.620e+43 4.23  4.23  2.168e+40 0.0238    11594 
triHPacyl.ppmpmmtmmd 7.328e+43 4.84  4.84  2.167e+40 0.0238    11595 
triHPacyl.ppmppptmmd 5.587e+43 4.69  4.69  2.156e+40 0.0237    11596 
triHPacyl.pmtmmtmppd 2.317e+43 4.17  4.17  2.127e+40 0.0234    11597 
triHPacyl.pptpptpmpd 2.356e+44 5.55  5.55  2.123e+40 0.0233    11598 
triHPacyl.ptpppptmmd 7.172e+43 4.85  4.85  2.108e+40 0.0232    11599 
triHPacyl.pptppppmpd 1.280e+44 5.20  5.20  2.094e+40 0.023     11600 
triHPacyl.pttpptmpmd 1.952e+43 4.08  4.08  2.082e+40 0.0229    11601 
triHPacyl.ppmmptmpmd 2.764e+43 4.29  4.29  2.072e+40 0.0228    11602 
triHPacyl.tmpmmtmppd 2.132e+43 4.14  4.14  2.041e+40 0.0224    11603 
triHPacyl.pmmmpmmmpd 5.248e+43 4.68  4.68  2.031e+40 0.0223    11604 
triHPacyl.mmpmppmppd 1.665e+43 4.01  4.01  2.009e+40 0.0221    11605 
triHPacyl.tptpmmtppd 8.822e+43 5.00  5.00  2.003e+40 0.022     11606 
triHPacyl.ppmmmpppmd 3.513e+43 4.46  4.46  1.990e+40 0.0219    11607 
triHPacyl.pttpmttpmd 3.478e+43 4.45  4.45  1.978e+40 0.0217    11608 
triHPacyl.ptmtpmpmpd 1.168e+44 5.18  5.18  1.974e+40 0.0217    11609 
triHPacyl.pmmpmtpmmd 9.255e+42 3.67  3.67  1.948e+40 0.0214    11610 
triHPacyl.ptppmtmmmd 7.238e+42 3.53  3.53  1.927e+40 0.0212    11611 
triHPacyl.pmtmpmmmmd 2.677e+43 4.32  4.32  1.921e+40 0.0211    11612 
triHPacyl.tmppmmmpmd 4.156e+43 4.58  4.58  1.915e+40 0.021     11613 
triHPacyl.ppmppptpmd 7.918e+43 4.97  4.97  1.902e+40 0.0209    11614 
triHPacyl.ptmtptmppd 9.099e+43 5.06  5.06  1.884e+40 0.0207    11615 
triHPacyl.mtppppmpmd 1.078e+43 3.79  3.79  1.879e+40 0.0206    11616 
triHPacyl.ptppmmmmmd 8.479e+42 3.65  3.65  1.874e+40 0.0206    11617 
triHPacyl.tpppmttmmd 1.633e+44 5.41  5.41  1.872e+40 0.0206    11618 
triHPacyl.tmpmmmmmpd 2.814e+43 4.36  4.36  1.863e+40 0.0205    11619 
triHPacyl.tmmtmtmpmd 1.980e+44 5.53  5.53  1.840e+40 0.0202    11620 
triHPacyl.pmmmpttmpd 5.315e+43 4.76  4.76  1.810e+40 0.0199    11621 
triHPacyl.tttpmmtpmd 2.167e+43 4.23  4.23  1.809e+40 0.0199    11622 
triHPacyl.tpmmmmpppd 2.277e+43 4.26  4.26  1.791e+40 0.0197    11623 
triHPacyl.ppppptppmd 6.711e+43 4.91  4.91  1.785e+40 0.0196    11624 
triHPacyl.pmtpptpppd 2.547e+44 5.71  5.71  1.770e+40 0.0195    11625 
triHPacyl.ptppmmmpmd 1.700e+43 4.09  4.09  1.769e+40 0.0194    11626 
triHPacyl.tmtpmtpppd 2.735e+44 5.76  5.76  1.749e+40 0.0192    11627 
triHPacyl.tmpmptmmpd 5.898e+43 4.85  4.85  1.734e+40 0.0191    11628 
triHPacyl.tpmmptpmpd 3.328e+43 4.51  4.51  1.724e+40 0.0189    11629 
triHPacyl.mmptptpppd 5.343e+43 4.79  4.79  1.723e+40 0.0189    11630 
triHPacyl.pmtpmmmmmd 2.128e+43 4.24  4.24  1.722e+40 0.0189    11631 
triHPacyl.ppmmmpmpmd 3.353e+43 4.53  4.53  1.687e+40 0.0185    11632 
triHPacyl.pmtppmmmmd 1.983e+43 4.21  4.21  1.687e+40 0.0185    11633 
triHPacyl.ppppmpppmd 4.759e+43 4.74  4.74  1.679e+40 0.0185    11634 
triHPacyl.tttpmmmpmd 4.820e+43 4.75  4.75  1.677e+40 0.0184    11635 
triHPacyl.pmmpptmppd 8.115e+43 5.07  5.07  1.655e+40 0.0182    11636 
triHPacyl.pmpmmmpmpd 4.885e+42 3.39  3.39  1.654e+40 0.0182    11637 
triHPacyl.mmtppmmmpd 5.818e+43 4.87  4.87  1.648e+40 0.0181    11638 
triHPacyl.mmpppttpmd 1.013e+43 3.83  3.83  1.642e+40 0.018     11639 
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triHPacyl.tppppttpmd 9.259e+43 5.15  5.15  1.639e+40 0.018     11640 
triHPacyl.mmttptmmmd 8.005e+43 5.07  5.07  1.632e+40 0.0179    11641 
triHPacyl.tmtpmmpppd 1.580e+44 5.48  5.48  1.597e+40 0.0175    11642 
triHPacyl.tmtpptmmpd 3.217e+44 5.92  5.92  1.571e+40 0.0173    11643 
triHPacyl.pmppmtppmd 5.450e+43 4.86  4.86  1.560e+40 0.0171    11644 
triHPacyl.mttmpmmmpd 2.164e+43 4.32  4.32  1.554e+40 0.0171    11645 
triHPacyl.ttpmmmtppd 3.078e+43 4.53  4.53  1.547e+40 0.017     11646 
triHPacyl.ppmpmtmpmd 9.256e+42 3.81  3.81  1.541e+40 0.0169    11647 
triHPacyl.ppmpmtmmmd 5.076e+43 4.84  4.84  1.515e+40 0.0167    11648 
triHPacyl.ppptptpmpd 2.180e+44 5.71  5.71  1.507e+40 0.0166    11649 
triHPacyl.tmpppttpmd 3.831e+43 4.68  4.68  1.501e+40 0.0165    11650 
triHPacyl.ptmpmtmppd 4.102e+43 4.72  4.72  1.488e+40 0.0164    11651 
triHPacyl.tttpmtmpmd 7.279e+43 5.07  5.07  1.487e+40 0.0163    11652 
triHPacyl.tmttmtmppd 3.320e+44 5.98  5.98  1.450e+40 0.0159    11653 
triHPacyl.pmtpptmmpd 7.079e+43 5.07  5.07  1.446e+40 0.0159    11654 
triHPacyl.mtpppmtpmd 2.030e+43 4.32  4.32  1.442e+40 0.0158    11655 
triHPacyl.pptpmtmppd 4.413e+43 4.79  4.79  1.432e+40 0.0157    11656 
triHPacyl.ppttppmmmd 5.731e+43 4.95  4.95  1.432e+40 0.0157    11657 
triHPacyl.ptmppmmppd 3.069e+43 4.57  4.57  1.428e+40 0.0157    11658 
triHPacyl.mttpptpmpd 1.397e+44 5.48  5.48  1.421e+40 0.0156    11659 
triHPacyl.pttpmttppd 1.100e+44 5.35  5.35  1.398e+40 0.0154    11660 
triHPacyl.tpppmmtmmd 1.047e+44 5.32  5.32  1.392e+40 0.0153    11661 
triHPacyl.mmpppmtmmd 9.397e+43 5.26  5.26  1.386e+40 0.0152    11662 
triHPacyl.tttpmtpmpd 2.521e+44 5.85  5.85  1.385e+40 0.0152    11663 
triHPacyl.ppptpttppd 2.441e+44 5.83  5.83  1.383e+40 0.0152    11664 
triHPacyl.mttmpppmpd 5.739e+43 4.97  4.97  1.366e+40 0.015     11665 
triHPacyl.ttppmmppmd 4.623e+43 4.85  4.85  1.362e+40 0.015     11666 
triHPacyl.mmtppttppd 9.819e+43 5.30  5.30  1.362e+40 0.015     11667 
triHPacyl.pttmmmmmpd 1.960e+43 4.36  4.36  1.310e+40 0.0144    11668 
triHPacyl.pptpmtmpmd 3.878e+43 4.78  4.78  1.287e+40 0.0141    11669 
triHPacyl.pptpmmpmpd 7.879e+43 5.21  5.21  1.260e+40 0.0139    11670 
triHPacyl.ppptpppmpd 2.267e+44 5.84  5.84  1.260e+40 0.0138    11671 
triHPacyl.ttmtmtmmpd 5.543e+44 6.38  6.38  1.249e+40 0.0137    11672 
triHPacyl.tttpmtpmmd 5.069e+43 4.95  4.95  1.248e+40 0.0137    11673 
triHPacyl.mtpmpppmpd 2.304e+43 4.49  4.49  1.244e+40 0.0137    11674 
triHPacyl.pptpmmpmmd 5.951e+43 5.05  5.05  1.243e+40 0.0137    11675 
triHPacyl.tmmmmmtpmd 1.787e+44 5.71  5.71  1.240e+40 0.0136    11676 
triHPacyl.pptmmtmppd 3.410e+43 4.72  4.72  1.239e+40 0.0136    11677 
triHPacyl.pmmmpmtppd 7.543e+43 5.20  5.20  1.236e+40 0.0136    11678 
triHPacyl.ppmpmpmmmd 6.589e+43 5.12  5.12  1.227e+40 0.0135    11679 
triHPacyl.mmtppttpmd 4.738e+43 4.93  4.93  1.224e+40 0.0134    11680 
triHPacyl.ttmmmmtmmd 1.553e+44 5.64  5.64  1.216e+40 0.0134    11681 
triHPacyl.ppptpptppd 1.455e+44 5.60  5.60  1.204e+40 0.0132    11682 
triHPacyl.tmtpmtpmmd 6.735e+44 6.52  6.52  1.190e+40 0.0131    11683 
triHPacyl.ppmppttpmd 8.451e+43 5.29  5.29  1.187e+40 0.013     11684 
triHPacyl.tptpmtmmpd 9.519e+43 5.37  5.37  1.174e+40 0.0129    11685 
triHPacyl.ptmtptmpmd 1.351e+43 4.21  4.21  1.150e+40 0.0126    11686 
triHPacyl.mtmmmtmpmd 4.262e+43 4.90  4.90  1.144e+40 0.0126    11687 
triHPacyl.pmmmmtmmpd 1.464e+43 4.28  4.28  1.113e+40 0.0122    11688 
triHPacyl.tptmmmtmpd 1.435e+44 5.64  5.64  1.110e+40 0.0122    11689 
triHPacyl.pttmmttpmd 1.167e+44 5.53  5.53  1.097e+40 0.012     11690 
triHPacyl.ptmtmtmpmd 1.275e+43 4.21  4.21  1.093e+40 0.012     11691 
triHPacyl.tmttmmtpmd 1.251e+44 5.57  5.57  1.092e+40 0.012     11692 
triHPacyl.mmpmptpmpd 8.210e+42 3.96  3.96  1.077e+40 0.0118    11693 
triHPacyl.pmppmtmmpd 2.099e+43 4.52  4.52  1.074e+40 0.0118    11694 
triHPacyl.ppttpttppd 1.655e+44 5.76  5.76  1.060e+40 0.0117    11695 
triHPacyl.pppppppppd 2.690e+44 6.05  6.05  1.057e+40 0.0116    11696 
triHPacyl.mtttptmppd 4.072e+43 4.92  4.92  1.057e+40 0.0116    11697 
triHPacyl.ppmpmttmpd 9.426e+43 5.42  5.42  1.053e+40 0.0116    11698 
triHPacyl.ppmtpmppmd 1.858e+44 5.83  5.83  1.052e+40 0.0116    11699 
triHPacyl.mttmptmmmd 2.376e+43 4.61  4.61  1.048e+40 0.0115    11700 
triHPacyl.ptmmmtmmmd 1.598e+44 5.74  5.74  1.044e+40 0.0115    11701 
triHPacyl.tmppmttmmd 7.306e+43 5.28  5.28  1.044e+40 0.0115    11702 
triHPacyl.tptmmmmppd 2.287e+43 4.59  4.59  1.040e+40 0.0114    11703 
triHPacyl.ptmtpmmpmd 6.047e+43 5.17  5.17  1.039e+40 0.0114    11704 
triHPacyl.tttmmtmmmd 2.751e+43 4.71  4.71  1.027e+40 0.0113    11705 
triHPacyl.ppmpppppmd 3.048e+43 4.77  4.77  1.022e+40 0.0112    11706 
triHPacyl.tmttmttpmd 2.007e+44 5.90  5.90  1.019e+40 0.0112    11707 
triHPacyl.tmmmptpppd 5.087e+43 5.08  5.08  1.014e+40 0.0111    11708 
triHPacyl.mmmmpttmpd 3.616e+43 4.88  4.88  1.014e+40 0.0111    11709 
triHPacyl.tttmptmppd 4.697e+43 5.04  5.04  1.002e+40 0.011     11710 
triHPacyl.pmmtppmpmd 1.992e+43 4.53  4.53  9.945e+39 0.0109    11711 
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triHPacyl.pmppptmpmd 7.707e+42 3.97  3.97  9.832e+39 0.0108    11712 
triHPacyl.mmtmpttpmd 9.120e+43 5.46  5.46  9.681e+39 0.0106    11713 
triHPacyl.pmmmpmpppd 4.089e+43 4.98  4.98  9.659e+39 0.0106    11714 
triHPacyl.tmpmmtmpmd 1.990e+43 4.55  4.55  9.658e+39 0.0106    11715 
triHPacyl.ppptpttmpd 5.260e+44 6.51  6.51  9.572e+39 0.0105    11716 
triHPacyl.pmttpttpmd 1.507e+44 5.76  5.76  9.534e+39 0.0105    11717 
triHPacyl.tptpmmpmpd 1.139e+44 5.60  5.60  9.503e+39 0.0104    11718 
triHPacyl.tmpmmmmppd 1.045e+43 4.18  4.18  9.486e+39 0.0104    11719 
triHPacyl.mpmmptpmpd 5.131e+43 5.13  5.13  9.462e+39 0.0104    11720 
triHPacyl.tmttmmmppd 1.656e+44 5.83  5.83  9.385e+39 0.0103    11721 
triHPacyl.pttpmtmmpd 4.045e+43 5.00  5.00  9.194e+39 0.0101    11722 
triHPacyl.ttmtmmpmpd 1.072e+44 5.58  5.58  9.159e+39 0.0101    11723 
triHPacyl.tmmpmtmppd 2.609e+43 4.74  4.74  9.121e+39 0.01      11724 
triHPacyl.tptmptmmpd 1.168e+44 5.64  5.64  9.083e+39 0.00998   11725 
triHPacyl.ttmmptpmmd 1.372e+44 5.74  5.74  8.981e+39 0.00987   11726 
triHPacyl.pmtpmmmmpd 3.690e+43 4.97  4.97  8.852e+39 0.00973   11727 
triHPacyl.tmmmmmtmmd 1.533e+44 5.82  5.82  8.835e+39 0.00971   11728 
triHPacyl.pppppptmpd 1.801e+44 5.92  5.92  8.822e+39 0.00969   11729 
triHPacyl.mttmptmpmd 3.145e+43 4.88  4.88  8.752e+39 0.00962   11730 
triHPacyl.ppttpptppd 1.058e+44 5.60  5.60  8.733e+39 0.0096    11731 
triHPacyl.mttpptmmmd 2.242e+43 4.68  4.68  8.731e+39 0.00959   11732 
triHPacyl.ptmtptpmpd 1.175e+44 5.67  5.67  8.721e+39 0.00958   11733 
triHPacyl.pmmpptmpmd 2.293e+43 4.70  4.70  8.659e+39 0.00951   11734 
triHPacyl.tmmpptmmmd 1.867e+44 5.95  5.95  8.646e+39 0.0095    11735 
triHPacyl.tppmmmpmmd 1.574e+45 7.23  7.23  8.456e+39 0.00929   11736 
triHPacyl.ppmmmmpmpd 2.298e+43 4.72  4.72  8.407e+39 0.00924   11737 
triHPacyl.mmppptppmd 2.387e+43 4.74  4.74  8.381e+39 0.00921   11738 
triHPacyl.ppptpptpmd 3.344e+44 6.32  6.32  8.323e+39 0.00915   11739 
triHPacyl.pmttptmppd 1.382e+44 5.80  5.80  8.291e+39 0.00911   11740 
triHPacyl.pmpppmmpmd 8.430e+42 4.13  4.13  8.259e+39 0.00907   11741 
triHPacyl.tpmmmmtmpd 5.413e+43 5.24  5.24  8.242e+39 0.00906   11742 
triHPacyl.tpmpmmtmmd 5.979e+43 5.30  5.30  8.200e+39 0.00901   11743 
triHPacyl.tmmmpttppd 6.914e+43 5.39  5.39  8.168e+39 0.00897   11744 
triHPacyl.mttppmpmpd 2.959e+44 6.26  6.26  8.102e+39 0.0089    11745 
triHPacyl.tpppptmpmd 1.964e+43 4.65  4.65  8.101e+39 0.0089    11746 
triHPacyl.mmpmppmmpd 5.111e+43 5.22  5.22  8.055e+39 0.00885   11747 
triHPacyl.ptttmtmppd 5.924e+43 5.31  5.31  8.049e+39 0.00884   11748 
triHPacyl.tmppptmmmd 5.336e+43 5.25  5.25  7.997e+39 0.00879   11749 
triHPacyl.tpmpmttmmd 9.490e+43 5.59  5.59  7.993e+39 0.00878   11750 
triHPacyl.ttmmmttmmd 1.544e+44 5.89  5.89  7.875e+39 0.00865   11751 
triHPacyl.pppmpttpmd 1.717e+44 5.96  5.96  7.854e+39 0.00863   11752 
triHPacyl.ppmmppmpmd 3.171e+43 4.95  4.95  7.849e+39 0.00863   11753 
triHPacyl.tpmmmtpppd 3.900e+43 5.08  5.08  7.828e+39 0.0086    11754 
triHPacyl.tmmmmttmmd 1.591e+44 5.92  5.92  7.780e+39 0.00855   11755 
triHPacyl.pmptmtmmmd 3.336e+43 4.99  4.99  7.729e+39 0.00849   11756 
triHPacyl.pttpmtpppd 4.476e+44 6.54  6.54  7.642e+39 0.0084    11757 
triHPacyl.ppmtptmppd 8.606e+43 5.56  5.56  7.617e+39 0.00837   11758 
triHPacyl.pmmmptmmmd 1.136e+44 5.73  5.73  7.616e+39 0.00837   11759 
triHPacyl.ptpppttmmd 4.907e+43 5.23  5.23  7.542e+39 0.00829   11760 
triHPacyl.pmtmmtpmpd 2.185e+43 4.75  4.75  7.510e+39 0.00825   11761 
triHPacyl.tptpmmmmpd 5.343e+43 5.29  5.29  7.442e+39 0.00818   11762 
triHPacyl.mtppptpmmd 4.064e+43 5.13  5.13  7.416e+39 0.00815   11763 
triHPacyl.mmpmptpppd 3.525e+43 5.05  5.05  7.401e+39 0.00813   11764 
triHPacyl.tmtpmttmmd 1.108e+44 5.74  5.74  7.292e+39 0.00801   11765 
triHPacyl.mmmmptpppd 3.241e+43 5.01  5.01  7.271e+39 0.00799   11766 
triHPacyl.tmtmmmmpmd 3.235e+44 6.38  6.38  7.271e+39 0.00799   11767 
triHPacyl.pppmpptpmd 7.989e+43 5.56  5.56  7.056e+39 0.00775   11768 
triHPacyl.tmttmtmmpd 9.407e+44 7.04  7.04  7.014e+39 0.00771   11769 
triHPacyl.ppttptpmpd 3.640e+44 6.48  6.48  6.973e+39 0.00766   11770 
triHPacyl.ttppppppmd 2.580e+43 4.90  4.90  6.960e+39 0.00765   11771 
triHPacyl.ptmtpppmmd 1.596e+44 5.99  5.99  6.926e+39 0.00761   11772 
triHPacyl.pmttpmmppd 8.956e+43 5.64  5.64  6.922e+39 0.00761   11773 
triHPacyl.ppmpmmtmpd 2.451e+44 6.25  6.25  6.848e+39 0.00752   11774 
triHPacyl.tpmmmttmpd 8.880e+43 5.65  5.65  6.842e+39 0.00752   11775 
triHPacyl.tptmptpmpd 1.879e+44 6.09  6.09  6.833e+39 0.00751   11776 
triHPacyl.tmtpmmtmmd 6.800e+43 5.49  5.49  6.774e+39 0.00744   11777 
triHPacyl.tptpmtpmpd 2.115e+44 6.17  6.17  6.734e+39 0.0074    11778 
triHPacyl.mtmtptmppd 5.501e+43 5.37  5.37  6.691e+39 0.00735   11779 
triHPacyl.ppttptmppd 7.849e+43 5.59  5.59  6.661e+39 0.00732   11780 
triHPacyl.ppmmmmppmd 7.599e+43 5.57  5.57  6.646e+39 0.0073    11781 
triHPacyl.tmtmmttmpd 1.774e+44 6.08  6.08  6.641e+39 0.0073    11782 
triHPacyl.ptpmmmmmpd 8.690e+42 4.28  4.28  6.614e+39 0.00727   11783 
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triHPacyl.pppmpttmmd 1.465e+44 5.97  5.97  6.600e+39 0.00725   11784 
triHPacyl.ppptppmmpd 7.502e+43 5.57  5.57  6.594e+39 0.00725   11785 
triHPacyl.tmmmpttmpd 7.737e+43 5.59  5.59  6.572e+39 0.00722   11786 
triHPacyl.tptpmtmpmd 4.513e+43 5.27  5.27  6.556e+39 0.0072    11787 
triHPacyl.pmppmtpmmd 4.373e+43 5.25  5.25  6.543e+39 0.00719   11788 
triHPacyl.ttpppttpmd 1.606e+43 4.66  4.66  6.481e+39 0.00712   11789 
triHPacyl.pppmpppmmd 1.486e+44 5.99  5.99  6.466e+39 0.00711   11790 
triHPacyl.ttmtmmmpmd 5.421e+43 5.39  5.39  6.405e+39 0.00704   11791 
triHPacyl.pppmptpmmd 1.677e+44 6.07  6.07  6.330e+39 0.00696   11792 
triHPacyl.mtpppttpmd 1.369e+43 4.59  4.59  6.236e+39 0.00685   11793 
triHPacyl.ttpppmppmd 6.072e+43 5.48  5.48  6.221e+39 0.00684   11794 
triHPacyl.pmtppmpppd 1.473e+44 6.01  6.01  6.185e+39 0.0068    11795 
triHPacyl.tpmpmttpmd 1.179e+44 5.88  5.88  6.182e+39 0.00679   11796 
triHPacyl.pmppmmtppd 4.103e+43 5.25  5.25  6.169e+39 0.00678   11797 
triHPacyl.tmttmtmpmd 4.988e+44 6.74  6.74  6.159e+39 0.00677   11798 
triHPacyl.pttpmtppmd 6.634e+44 6.91  6.91  6.147e+39 0.00675   11799 
triHPacyl.ptmpptmppd 3.243e+43 5.11  5.11  6.116e+39 0.00672   11800 
triHPacyl.pptpppmppd 6.901e+43 5.56  5.56  6.101e+39 0.0067    11801 
triHPacyl.pmptmttpmd 1.255e+44 5.92  5.92  6.089e+39 0.00669   11802 
triHPacyl.pttpmmmmmd 1.869e+43 4.79  4.79  6.085e+39 0.00669   11803 
triHPacyl.ttppmtppmd 1.552e+43 4.68  4.68  6.078e+39 0.00668   11804 
triHPacyl.tpppptpmmd 1.301e+44 5.95  5.95  6.067e+39 0.00667   11805 
triHPacyl.tmmmmtpmmd 1.261e+44 5.93  5.93  6.023e+39 0.00662   11806 
triHPacyl.tmtmmtmpmd 3.905e+44 6.61  6.61  5.963e+39 0.00655   11807 
triHPacyl.tttmmmmmmd 2.363e+43 4.94  4.94  5.961e+39 0.00655   11808 
triHPacyl.tpmmmttppd 1.271e+44 5.94  5.94  5.942e+39 0.00653   11809 
triHPacyl.ttpmmmmppd 2.907e+43 5.07  5.07  5.909e+39 0.00649   11810 
triHPacyl.tmpmmmtppd 7.606e+43 5.64  5.64  5.891e+39 0.00647   11811 
triHPacyl.mmmmmmmppd 4.948e+43 5.39  5.39  5.855e+39 0.00643   11812 
triHPacyl.ppttpppmmd 2.068e+44 6.25  6.25  5.817e+39 0.00639   11813 
triHPacyl.tmtmmmpmpd 1.121e+44 5.88  5.88  5.791e+39 0.00636   11814 
triHPacyl.ppptptmmpd 1.083e+44 5.87  5.87  5.724e+39 0.00629   11815 
triHPacyl.pmptmtmpmd 1.116e+44 5.89  5.89  5.717e+39 0.00628   11816 
triHPacyl.tmmpmtmmmd 1.532e+44 6.08  6.08  5.711e+39 0.00628   11817 
triHPacyl.pptmptpppd 8.053e+43 5.70  5.70  5.698e+39 0.00626   11818 
triHPacyl.ttmtmtmpmd 1.673e+43 4.76  4.76  5.697e+39 0.00626   11819 
triHPacyl.mtpppmmmmd 1.625e+43 4.74  4.74  5.681e+39 0.00624   11820 
triHPacyl.mmtpmttpmd 4.353e+43 5.33  5.33  5.669e+39 0.00623   11821 
triHPacyl.ttmtmmmppd 8.240e+43 5.71  5.71  5.665e+39 0.00623   11822 
triHPacyl.ptpmpmmppd 1.216e+43 4.58  4.58  5.637e+39 0.00619   11823 
triHPacyl.pttpmmmpmd 1.872e+43 4.84  4.84  5.620e+39 0.00618   11824 
triHPacyl.ptpmmtmppd 1.187e+43 4.56  4.56  5.617e+39 0.00617   11825 
triHPacyl.ptmtmmmppd 7.090e+43 5.63  5.63  5.576e+39 0.00613   11826 
triHPacyl.pmmmpmtmpd 8.985e+43 5.78  5.78  5.564e+39 0.00611   11827 
triHPacyl.tpppmmpmpd 6.713e+43 5.60  5.60  5.559e+39 0.00611   11828 
triHPacyl.tttpmttmmd 5.068e+43 5.44  5.44  5.545e+39 0.00609   11829 
triHPacyl.pmptptmmpd 1.377e+43 4.66  4.66  5.515e+39 0.00606   11830 
triHPacyl.mmptpttppd 5.452e+43 5.49  5.49  5.479e+39 0.00602   11831 
triHPacyl.ttppmtmppd 5.566e+43 5.50  5.50  5.457e+39 0.006     11832 
triHPacyl.ptppptmpmd 2.423e+43 5.01  5.01  5.413e+39 0.00595   11833 
triHPacyl.tpmmmmtppd 6.807e+43 5.63  5.63  5.390e+39 0.00592   11834 
triHPacyl.ptptpppmmd 6.482e+43 5.61  5.61  5.315e+39 0.00584   11835 
triHPacyl.tttpmmtmmd 3.527e+43 5.25  5.25  5.304e+39 0.00583   11836 
triHPacyl.ttpmmtmmpd 9.788e+42 4.48  4.48  5.292e+39 0.00582   11837 
triHPacyl.ppttpppmpd 1.483e+44 6.11  6.11  5.245e+39 0.00576   11838 
triHPacyl.ttppmttmmd 3.731e+43 5.29  5.29  5.236e+39 0.00575   11839 
triHPacyl.pmmmmmmppd 1.510e+43 4.75  4.75  5.235e+39 0.00575   11840 
triHPacyl.ppttptpmmd 4.083e+44 6.72  6.72  5.225e+39 0.00574   11841 
triHPacyl.tmtmmmtmpd 9.312e+43 5.85  5.85  5.123e+39 0.00563   11842 
triHPacyl.tptpmmtmmd 6.181e+43 5.60  5.60  5.106e+39 0.00561   11843 
triHPacyl.mtmmmmmpmd 6.990e+43 5.68  5.68  5.064e+39 0.00556   11844 
triHPacyl.tttpptmppd 1.392e+44 6.09  6.09  5.062e+39 0.00556   11845 
triHPacyl.mmmpptpmmd 1.107e+43 4.59  4.59  5.059e+39 0.00556   11846 
triHPacyl.ptmtpttmmd 1.859e+44 6.27  6.27  5.057e+39 0.00556   11847 
triHPacyl.mmppmmtpmd 2.727e+43 5.12  5.12  5.054e+39 0.00555   11848 
triHPacyl.mmmmpmmmpd 5.617e+43 5.56  5.56  5.007e+39 0.0055    11849 
triHPacyl.tptpmtmppd 5.732e+43 5.58  5.58  4.962e+39 0.00545   11850 
triHPacyl.ppmpmpppmd 2.047e+43 4.97  4.97  4.943e+39 0.00543   11851 
triHPacyl.tmtpptpppd 4.898e+44 6.86  6.86  4.886e+39 0.00537   11852 
triHPacyl.ttmtmtpmpd 1.753e+44 6.25  6.25  4.866e+39 0.00535   11853 
triHPacyl.tmtmppmmmd 8.217e+43 5.81  5.81  4.838e+39 0.00532   11854 
triHPacyl.pmttmtmmmd 3.934e+43 5.37  5.37  4.837e+39 0.00532   11855 
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triHPacyl.pmmmpmmmmd 9.980e+43 5.93  5.93  4.802e+39 0.00528   11856 
triHPacyl.ttpmmmtmpd 4.411e+43 5.44  5.44  4.765e+39 0.00524   11857 
triHPacyl.mpmmmtmppd 2.837e+43 5.18  5.18  4.764e+39 0.00523   11858 
triHPacyl.pptpppmpmd 4.166e+43 5.41  5.41  4.753e+39 0.00522   11859 
triHPacyl.tpmmmtmpmd 3.486e+43 5.31  5.31  4.707e+39 0.00517   11860 
triHPacyl.ttppmtmpmd 3.043e+43 5.24  5.24  4.670e+39 0.00513   11861 
triHPacyl.tttmmmtmpd 9.185e+43 5.90  5.90  4.660e+39 0.00512   11862 
triHPacyl.pmtmptpmpd 2.894e+43 5.21  5.21  4.645e+39 0.0051    11863 
triHPacyl.pptmmppppd 4.928e+43 5.53  5.53  4.632e+39 0.00509   11864 
triHPacyl.tmpmptmppd 2.173e+43 5.04  5.04  4.598e+39 0.00505   11865 
triHPacyl.ptpppppmpd 2.793e+43 5.20  5.20  4.578e+39 0.00503   11866 
triHPacyl.ptpppmmmmd 8.383e+42 4.48  4.48  4.561e+39 0.00501   11867 
triHPacyl.tmttmmtppd 1.316e+44 6.12  6.12  4.554e+39 0.005     11868 
triHPacyl.tmtpppmmmd 1.086e+44 6.01  6.01  4.546e+39 0.005     11869 
triHPacyl.tmttmtmmmd 3.097e+44 6.64  6.64  4.543e+39 0.00499   11870 
triHPacyl.tmttmmmpmd 2.767e+44 6.57  6.57  4.530e+39 0.00498   11871 
triHPacyl.pmppmmtmmd 5.394e+43 5.62  5.62  4.363e+39 0.00479   11872 
triHPacyl.mtmmmtpmmd 1.082e+44 6.03  6.03  4.360e+39 0.00479   11873 
triHPacyl.ptmtmmmpmd 1.069e+44 6.03  6.03  4.342e+39 0.00477   11874 
triHPacyl.pmpppttpmd 2.615e+43 5.19  5.19  4.340e+39 0.00477   11875 
triHPacyl.mmmtptmpmd 1.074e+44 6.03  6.03  4.330e+39 0.00476   11876 
triHPacyl.ttmtmmpmmd 1.442e+44 6.22  6.22  4.243e+39 0.00466   11877 
triHPacyl.ttppmptpmd 2.852e+43 5.25  5.25  4.242e+39 0.00466   11878 
triHPacyl.pmtmpppmpd 2.267e+43 5.12  5.12  4.230e+39 0.00465   11879 
triHPacyl.ppmpptppmd 5.428e+43 5.64  5.64  4.221e+39 0.00464   11880 
triHPacyl.tmttmmmmmd 2.265e+44 6.49  6.49  4.211e+39 0.00463   11881 
triHPacyl.ppmpmmppmd 2.718e+43 5.23  5.23  4.195e+39 0.00461   11882 
triHPacyl.tmmtmmmmmd 5.980e+43 5.70  5.70  4.188e+39 0.0046    11883 
triHPacyl.pmmmpmpmmd 2.079e+44 6.45  6.45  4.182e+39 0.0046    11884 
triHPacyl.ptppmtppmd 2.069e+43 5.07  5.07  4.171e+39 0.00458   11885 
triHPacyl.mtppmmpmmd 6.449e+43 5.75  5.75  4.158e+39 0.00457   11886 
triHPacyl.tpmmpmpmpd 3.658e+43 5.42  5.42  4.151e+39 0.00456   11887 
triHPacyl.mtmtpmmpmd 5.179e+43 5.62  5.62  4.149e+39 0.00456   11888 
triHPacyl.tttmptpmpd 6.430e+43 5.76  5.76  4.128e+39 0.00454   11889 
triHPacyl.mtpppmppmd 4.596e+43 5.55  5.55  4.128e+39 0.00454   11890 
triHPacyl.tpmpmmtpmd 6.509e+43 5.77  5.77  4.088e+39 0.00449   11891 
triHPacyl.tpppmmmmpd 4.183e+43 5.51  5.51  4.066e+39 0.00447   11892 
triHPacyl.mmmmpttppd 5.426e+43 5.67  5.67  4.032e+39 0.00443   11893 
triHPacyl.mttmmtmppd 3.077e+43 5.33  5.33  4.014e+39 0.00441   11894 
triHPacyl.pttmptmmpd 1.844e+43 5.03  5.03  4.011e+39 0.00441   11895 
triHPacyl.tmttmttppd 2.092e+44 6.48  6.48  4.008e+39 0.0044    11896 
triHPacyl.mmpmpmtpmd 3.383e+43 5.39  5.39  4.003e+39 0.0044    11897 
triHPacyl.pttpptmmmd 1.939e+43 5.06  5.06  3.989e+39 0.00438   11898 
triHPacyl.ptttpmmpmd 2.672e+44 6.63  6.63  3.935e+39 0.00432   11899 
triHPacyl.ppttptmpmd 9.561e+43 6.02  6.02  3.912e+39 0.0043    11900 
triHPacyl.mttpptpmmd 3.051e+43 5.34  5.34  3.902e+39 0.00429   11901 
triHPacyl.pmttpmtpmd 1.048e+44 6.08  6.08  3.896e+39 0.00428   11902 
triHPacyl.mtttptmpmd 4.845e+43 5.62  5.62  3.879e+39 0.00426   11903 
triHPacyl.mttpptmmpd 1.010e+44 6.06  6.06  3.871e+39 0.00425   11904 
triHPacyl.mmpppmtpmd 1.386e+43 4.88  4.88  3.867e+39 0.00425   11905 
triHPacyl.tmtmmtpmpd 1.275e+44 6.20  6.20  3.850e+39 0.00423   11906 
triHPacyl.ptttptmppd 6.735e+43 5.82  5.82  3.846e+39 0.00423   11907 
triHPacyl.pmmmpmpmpd 1.474e+43 4.92  4.92  3.845e+39 0.00422   11908 
triHPacyl.mtpmptpmpd 1.972e+43 5.10  5.10  3.803e+39 0.00418   11909 
triHPacyl.pmptmtpmpd 1.285e+43 4.85  4.85  3.794e+39 0.00417   11910 
triHPacyl.ttmpmmmppd 2.742e+43 5.30  5.30  3.792e+39 0.00417   11911 
triHPacyl.mttmptppmd 7.490e+43 5.90  5.90  3.757e+39 0.00413   11912 
triHPacyl.pmtmmttpmd 6.561e+43 5.82  5.82  3.753e+39 0.00412   11913 
triHPacyl.tmtmpptpmd 2.721e+44 6.68  6.68  3.729e+39 0.0041    11914 
triHPacyl.ttptmmpmmd 1.167e+44 6.17  6.17  3.726e+39 0.00409   11915 
triHPacyl.ttppptpmmd 4.213e+43 5.57  5.57  3.694e+39 0.00406   11916 
triHPacyl.tttpmttppd 6.374e+43 5.82  5.82  3.673e+39 0.00404   11917 
triHPacyl.tmtppmtpmd 7.783e+43 5.95  5.95  3.609e+39 0.00397   11918 
triHPacyl.tmpmmttmpd 7.986e+43 5.97  5.97  3.591e+39 0.00395   11919 
triHPacyl.tptppttpmd 1.322e+44 6.27  6.27  3.575e+39 0.00393   11920 
triHPacyl.ppmtmmtmpd 1.651e+44 6.40  6.40  3.574e+39 0.00393   11921 
triHPacyl.tttpptmpmd 1.547e+44 6.37  6.37  3.569e+39 0.00392   11922 
triHPacyl.pmppppppmd 1.355e+43 4.91  4.91  3.563e+39 0.00392   11923 
triHPacyl.pmtppmmmpd 5.578e+43 5.76  5.76  3.561e+39 0.00391   11924 
triHPacyl.pttppmmmmd 1.584e+43 5.02  5.02  3.500e+39 0.00385   11925 
triHPacyl.ppptpttpmd 3.210e+44 6.81  6.81  3.489e+39 0.00383   11926 
triHPacyl.tpppmtpmpd 9.616e+43 6.10  6.10  3.482e+39 0.00383   11927 
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triHPacyl.pmtmptmpmd 9.639e+43 6.11  6.11  3.431e+39 0.00377   11928 
triHPacyl.ttmmmttpmd 3.002e+44 6.79  6.79  3.398e+39 0.00373   11929 
triHPacyl.tttpmtmmpd 3.959e+43 5.58  5.58  3.382e+39 0.00372   11930 
triHPacyl.pttmmmmmmd 2.833e+43 5.39  5.39  3.361e+39 0.00369   11931 
triHPacyl.ptptmmmpmd 2.212e+44 6.61  6.61  3.361e+39 0.00369   11932 
triHPacyl.tmttmmmmpd 3.526e+44 6.89  6.89  3.349e+39 0.00368   11933 
triHPacyl.ppttptmmpd 1.169e+44 6.24  6.24  3.345e+39 0.00368   11934 
triHPacyl.mtmmptppmd 3.466e+44 6.88  6.88  3.345e+39 0.00368   11935 
triHPacyl.pmtpmtmpmd 2.628e+43 5.35  5.35  3.343e+39 0.00367   11936 
triHPacyl.tptmptmppd 3.111e+43 5.45  5.45  3.330e+39 0.00366   11937 
triHPacyl.tppppttppd 1.459e+44 6.37  6.37  3.324e+39 0.00365   11938 
triHPacyl.mmtmmttpmd 1.306e+44 6.31  6.31  3.318e+39 0.00365   11939 
triHPacyl.tptpmpppmd 1.354e+45 7.70  7.70  3.308e+39 0.00364   11940 
triHPacyl.mmtpmttppd 1.114e+44 6.22  6.22  3.306e+39 0.00363   11941 
triHPacyl.pptpmppppd 7.037e+43 5.95  5.95  3.253e+39 0.00357   11942 
triHPacyl.pmppmmmmmd 5.845e+43 5.84  5.84  3.236e+39 0.00356   11943 
triHPacyl.ppmtmmpmpd 1.074e+44 6.21  6.21  3.226e+39 0.00354   11944 
triHPacyl.ptmmmttpmd 3.010e+44 6.82  6.82  3.225e+39 0.00354   11945 
triHPacyl.pptmpppmmd 1.641e+44 6.46  6.46  3.222e+39 0.00354   11946 
triHPacyl.mttppppmmd 6.327e+43 5.90  5.90  3.197e+39 0.00351   11947 
triHPacyl.pptmptpmmd 2.292e+44 6.67  6.67  3.189e+39 0.0035    11948 
triHPacyl.ptppmmppmd 2.311e+43 5.30  5.30  3.177e+39 0.00349   11949 
triHPacyl.pmtpmmmppd 6.273e+43 5.90  5.90  3.169e+39 0.00348   11950 
triHPacyl.ttmmpmmpmd 6.841e+43 5.95  5.95  3.163e+39 0.00348   11951 
triHPacyl.pmmtpmmpmd 2.170e+43 5.27  5.27  3.163e+39 0.00348   11952 
triHPacyl.pmtmmmmppd 2.476e+43 5.35  5.35  3.142e+39 0.00345   11953 
triHPacyl.ptttpmmppd 5.268e+43 5.80  5.80  3.112e+39 0.00342   11954 
triHPacyl.mmppppmmpd 3.229e+43 5.52  5.52  3.096e+39 0.0034    11955 
triHPacyl.ptpmpptppd 1.082e+43 4.87  4.87  3.064e+39 0.00337   11956 
triHPacyl.ptttpppmpd 5.056e+44 7.16  7.16  3.059e+39 0.00336   11957 
triHPacyl.ppptpptmmd 2.385e+44 6.72  6.72  3.049e+39 0.00335   11958 
triHPacyl.mtppptmmmd 1.700e+43 5.15  5.15  3.026e+39 0.00332   11959 
triHPacyl.tpttmmtpmd 1.346e+44 6.38  6.38  3.012e+39 0.00331   11960 
triHPacyl.mmtppmtppd 1.160e+44 6.30  6.30  3.006e+39 0.0033    11961 
triHPacyl.mpmmptmpmd 1.446e+43 5.06  5.06  2.994e+39 0.00329   11962 
triHPacyl.ptppptmppd 1.444e+43 5.06  5.06  2.987e+39 0.00328   11963 
triHPacyl.tttpmmtppd 5.660e+43 5.87  5.87  2.986e+39 0.00328   11964 
triHPacyl.ppptpppppd 3.052e+44 6.88  6.88  2.983e+39 0.00328   11965 
triHPacyl.pttmpmmmpd 1.434e+43 5.06  5.06  2.980e+39 0.00327   11966 
triHPacyl.ttttmmmppd 5.854e+43 5.89  5.89  2.978e+39 0.00327   11967 
triHPacyl.tpppmtmmpd 7.995e+43 6.08  6.08  2.963e+39 0.00326   11968 
triHPacyl.pmtmpttmpd 1.611e+44 6.51  6.51  2.936e+39 0.00323   11969 
triHPacyl.ptppmpmpmd 9.639e+42 4.83  4.83  2.921e+39 0.00321   11970 
triHPacyl.mmmmmttppd 6.817e+43 6.00  6.00  2.894e+39 0.00318   11971 
triHPacyl.tpmpmmppmd 3.560e+43 5.62  5.62  2.886e+39 0.00317   11972 
triHPacyl.tttpmmmmpd 3.964e+43 5.68  5.68  2.872e+39 0.00316   11973 
triHPacyl.pptpppppmd 1.393e+44 6.43  6.43  2.870e+39 0.00315   11974 
triHPacyl.pmtmppmpmd 5.646e+43 5.90  5.90  2.846e+39 0.00313   11975 
triHPacyl.tpptmmpmmd 1.666e+44 6.55  6.55  2.843e+39 0.00312   11976 
triHPacyl.pmmmpttpmd 1.498e+44 6.49  6.49  2.825e+39 0.0031    11977 
triHPacyl.tmtppptppd 1.949e+44 6.65  6.65  2.809e+39 0.00309   11978 
triHPacyl.tmttpttpmd 3.350e+44 6.97  6.97  2.787e+39 0.00306   11979 
triHPacyl.ptppptmmmd 1.071e+43 4.92  4.92  2.772e+39 0.00305   11980 
triHPacyl.mtpmpmmmpd 2.307e+43 5.38  5.38  2.770e+39 0.00304   11981 
triHPacyl.mtttpmmppd 5.099e+43 5.86  5.86  2.765e+39 0.00304   11982 
triHPacyl.mpmmpmpmpd 4.017e+43 5.72  5.72  2.752e+39 0.00302   11983 
triHPacyl.mmttpmmmmd 1.140e+44 6.34  6.34  2.742e+39 0.00301   11984 
triHPacyl.ptpmmtmmpd 8.693e+42 4.81  4.81  2.727e+39 0.003     11985 
triHPacyl.tpttmmpmpd 1.677e+44 6.57  6.57  2.726e+39 0.003     11986 
triHPacyl.ttpppmpmmd 3.811e+43 5.69  5.69  2.723e+39 0.00299   11987 
triHPacyl.ptpmmmmppd 1.385e+43 5.09  5.09  2.699e+39 0.00297   11988 
triHPacyl.pmttpttppd 1.245e+44 6.40  6.40  2.697e+39 0.00296   11989 
triHPacyl.tpmmpmmppd 2.046e+43 5.33  5.33  2.691e+39 0.00296   11990 
triHPacyl.tppppttmmd 2.784e+44 6.89  6.89  2.681e+39 0.00295   11991 
triHPacyl.ppmtppmppd 8.074e+43 6.15  6.15  2.671e+39 0.00294   11992 
triHPacyl.ppmpmmmmmd 4.940e+43 5.86  5.86  2.651e+39 0.00291   11993 
triHPacyl.ttttmmpmpd 1.815e+44 6.64  6.64  2.635e+39 0.0029    11994 
triHPacyl.ptttmtmpmd 7.825e+43 6.14  6.14  2.619e+39 0.00288   11995 
triHPacyl.mtmpptpmpd 2.290e+44 6.78  6.78  2.613e+39 0.00287   11996 
triHPacyl.ptpmpmmmpd 1.022e+43 4.93  4.93  2.612e+39 0.00287   11997 
triHPacyl.tmtmptmppd 1.290e+44 6.45  6.45  2.589e+39 0.00284   11998 
triHPacyl.tmpmpttppd 8.022e+43 6.17  6.17  2.570e+39 0.00282   11999 



180 
 

triHPacyl.mttpmtmppd 1.197e+44 6.42  6.42  2.522e+39 0.00277   12000 
triHPacyl.pmttptmpmd 1.511e+44 6.56  6.56  2.520e+39 0.00277   12001 
triHPacyl.pptpmpppmd 5.525e+43 5.96  5.96  2.517e+39 0.00277   12002 
triHPacyl.mmmpptmmmd 4.428e+43 5.83  5.83  2.506e+39 0.00275   12003 
triHPacyl.mtmtpmmppd 7.206e+43 6.12  6.12  2.501e+39 0.00275   12004 
triHPacyl.ppmtmmpmmd 1.683e+44 6.63  6.63  2.500e+39 0.00275   12005 
triHPacyl.pmptmpmmpd 3.573e+43 5.71  5.71  2.490e+39 0.00274   12006 
triHPacyl.tpttmttpmd 1.869e+44 6.69  6.69  2.484e+39 0.00273   12007 
triHPacyl.tmmpmmpmpd 9.924e+43 6.32  6.32  2.475e+39 0.00272   12008 
triHPacyl.mtmtptpmpd 1.055e+44 6.36  6.36  2.471e+39 0.00272   12009 
triHPacyl.ptppmtpmmd 4.661e+43 5.87  5.87  2.462e+39 0.00271   12010 
triHPacyl.pppmptpppd 4.681e+43 5.88  5.88  2.442e+39 0.00268   12011 
triHPacyl.mttppmmmmd 2.641e+43 5.54  5.54  2.438e+39 0.00268   12012 
triHPacyl.mmtmmtmmpd 2.928e+43 5.60  5.60  2.438e+39 0.00268   12013 
triHPacyl.mmpmpppppd 5.269e+43 5.95  5.95  2.431e+39 0.00267   12014 
triHPacyl.mttmpmmmmd 2.834e+43 5.59  5.59  2.416e+39 0.00265   12015 
triHPacyl.ppttppppmd 2.829e+44 6.96  6.96  2.405e+39 0.00264   12016 
triHPacyl.ppptppmmmd 6.467e+43 6.08  6.08  2.404e+39 0.00264   12017 
triHPacyl.mtppmttpmd 1.305e+43 5.13  5.13  2.399e+39 0.00264   12018 
triHPacyl.ttppmmpmpd 3.589e+43 5.73  5.73  2.392e+39 0.00263   12019 
triHPacyl.mttpptpppd 1.145e+44 6.43  6.43  2.387e+39 0.00262   12020 
triHPacyl.ttmpmmmpmd 2.550e+43 5.53  5.53  2.385e+39 0.00262   12021 
triHPacyl.ptpppppmmd 1.266e+43 5.12  5.12  2.366e+39 0.0026    12022 
triHPacyl.tpppmtppmd 9.847e+43 6.34  6.34  2.356e+39 0.00259   12023 
triHPacyl.tmmtmmtpmd 5.768e+44 7.40  7.40  2.355e+39 0.00259   12024 
triHPacyl.tpppmmppmd 8.448e+43 6.25  6.25  2.348e+39 0.00258   12025 
triHPacyl.tptpmmpppd 1.818e+44 6.71  6.71  2.339e+39 0.00257   12026 
triHPacyl.pmmmptpmmd 1.361e+44 6.54  6.54  2.335e+39 0.00257   12027 
triHPacyl.ppptptmpmd 5.722e+43 6.03  6.03  2.329e+39 0.00256   12028 
triHPacyl.tttmmptmpd 5.604e+43 6.01  6.01  2.328e+39 0.00256   12029 
triHPacyl.mmtmpmtpmd 1.141e+44 6.44  6.44  2.327e+39 0.00256   12030 
triHPacyl.tpmmmmmpmd 3.613e+43 5.75  5.75  2.324e+39 0.00255   12031 
triHPacyl.ptmppmmpmd 2.637e+43 5.57  5.57  2.322e+39 0.00255   12032 
triHPacyl.pmmtptmpmd 2.394e+43 5.51  5.51  2.310e+39 0.00254   12033 
triHPacyl.ttmmmmtppd 3.924e+44 7.18  7.18  2.303e+39 0.00253   12034 
triHPacyl.mttmpmtpmd 2.252e+44 6.86  6.86  2.285e+39 0.00251   12035 
triHPacyl.pptpmmpppd 1.016e+44 6.38  6.38  2.272e+39 0.0025    12036 
triHPacyl.mmptpptppd 1.132e+44 6.45  6.45  2.271e+39 0.0025    12037 
triHPacyl.ttptmppmmd 1.054e+44 6.41  6.41  2.265e+39 0.00249   12038 
triHPacyl.tmmtmtmmmd 4.565e+43 5.91  5.91  2.262e+39 0.00249   12039 
triHPacyl.mmttpttpmd 1.703e+44 6.70  6.70  2.256e+39 0.00248   12040 
triHPacyl.ppmpmmmpmd 5.675e+43 6.04  6.04  2.255e+39 0.00248   12041 
triHPacyl.pmmtptmmmd 3.376e+43 5.73  5.73  2.251e+39 0.00247   12042 
triHPacyl.pmttmtmppd 1.048e+44 6.41  6.41  2.248e+39 0.00247   12043 
triHPacyl.mtpppptpmd 7.663e+42 4.85  4.85  2.242e+39 0.00246   12044 
triHPacyl.mmppmtpmmd 1.065e+43 5.05  5.05  2.236e+39 0.00246   12045 
triHPacyl.ptmpmmmppd 3.808e+43 5.81  5.81  2.229e+39 0.00245   12046 
triHPacyl.ppttpppppd 3.204e+44 7.09  7.09  2.208e+39 0.00243   12047 
triHPacyl.mmtppmtpmd 4.748e+43 5.95  5.95  2.195e+39 0.00241   12048 
triHPacyl.mtmppmmpmd 2.646e+43 5.61  5.61  2.182e+39 0.0024    12049 
triHPacyl.ttmtmtmppd 1.228e+44 6.52  6.52  2.180e+39 0.00239   12050 
triHPacyl.ppmmmmmppd 2.033e+43 5.46  5.46  2.153e+39 0.00237   12051 
triHPacyl.pmttpmmmpd 9.354e+44 7.74  7.74  2.142e+39 0.00235   12052 
triHPacyl.ppptpptmpd 2.056e+44 6.84  6.84  2.138e+39 0.00235   12053 
triHPacyl.ptmmmtppmd 1.743e+44 6.74  6.74  2.131e+39 0.00234   12054 
triHPacyl.ppttppmmpd 6.799e+43 6.19  6.19  2.120e+39 0.00233   12055 
triHPacyl.mtmtptpmmd 1.443e+44 6.64  6.64  2.112e+39 0.00232   12056 
triHPacyl.tptpmtpppd 4.152e+44 7.27  7.27  2.095e+39 0.0023    12057 
triHPacyl.pttpmmtpmd 3.777e+43 5.84  5.84  2.094e+39 0.0023    12058 
triHPacyl.tttmmttpmd 5.497e+43 6.07  6.07  2.080e+39 0.00229   12059 
triHPacyl.pttppptpmd 2.231e+43 5.55  5.55  2.037e+39 0.00224   12060 
triHPacyl.mmpmpmpmpd 1.125e+43 5.14  5.14  2.036e+39 0.00224   12061 
triHPacyl.ttmtptmpmd 2.002e+43 5.48  5.48  2.036e+39 0.00224   12062 
triHPacyl.tttmmmmpmd 5.303e+43 6.06  6.06  2.033e+39 0.00223   12063 
triHPacyl.ttttmtmppd 8.727e+43 6.36  6.36  2.017e+39 0.00222   12064 
triHPacyl.mtmppmmppd 2.891e+43 5.71  5.71  2.016e+39 0.00221   12065 
triHPacyl.pttppttpmd 2.808e+43 5.69  5.69  2.011e+39 0.00221   12066 
triHPacyl.mttppttpmd 4.004e+43 5.90  5.90  2.008e+39 0.00221   12067 
triHPacyl.tmptmtmpmd 5.907e+43 6.13  6.13  2.008e+39 0.00221   12068 
triHPacyl.mmmmmtpppd 4.992e+43 6.03  6.03  2.006e+39 0.0022    12069 
triHPacyl.ppmtmtpppd 4.774e+43 6.01  6.01  2.006e+39 0.0022    12070 
triHPacyl.tmttmtpmpd 2.070e+45 8.26  8.26  1.999e+39 0.0022    12071 
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triHPacyl.pmmmmtpmpd 1.027e+43 5.10  5.10  1.993e+39 0.00219   12072 
triHPacyl.pptpmmppmd 9.525e+43 6.42  6.42  1.988e+39 0.00218   12073 
triHPacyl.mttmpmmpmd 4.045e+43 5.91  5.91  1.987e+39 0.00218   12074 
triHPacyl.mpmmptpmmd 8.705e+43 6.37  6.37  1.986e+39 0.00218   12075 
triHPacyl.ttttmmmpmd 1.349e+44 6.63  6.63  1.980e+39 0.00218   12076 
triHPacyl.ppptppppmd 3.878e+44 7.27  7.27  1.967e+39 0.00216   12077 
triHPacyl.mmppmtppmd 4.019e+43 5.92  5.92  1.960e+39 0.00215   12078 
triHPacyl.pmmmpmtpmd 1.095e+44 6.52  6.52  1.952e+39 0.00214   12079 
triHPacyl.ppmtmmtmmd 1.895e+44 6.85  6.85  1.951e+39 0.00214   12080 
triHPacyl.ttmmpmpmmd 2.328e+44 6.97  6.97  1.941e+39 0.00213   12081 
triHPacyl.ptmtptpmmd 3.856e+43 5.90  5.90  1.926e+39 0.00212   12082 
triHPacyl.ptttmmmppd 9.349e+43 6.43  6.43  1.922e+39 0.00211   12083 
triHPacyl.tpptmttppd 3.116e+44 7.15  7.15  1.922e+39 0.00211   12084 
triHPacyl.mmmmmmmpmd 1.073e+44 6.52  6.52  1.912e+39 0.0021    12085 
triHPacyl.tpttmtmmmd 1.389e+44 6.67  6.67  1.911e+39 0.0021    12086 
triHPacyl.pmptmttmmd 1.709e+44 6.81  6.81  1.870e+39 0.00205   12087 
triHPacyl.tptmptmmmd 1.821e+44 6.85  6.85  1.868e+39 0.00205   12088 
triHPacyl.tpttmtmppd 1.113e+44 6.56  6.56  1.863e+39 0.00205   12089 
triHPacyl.pmppmmmmpd 2.633e+43 5.70  5.70  1.850e+39 0.00203   12090 
triHPacyl.ppppptpppd 1.510e+44 6.74  6.74  1.843e+39 0.00203   12091 
triHPacyl.ttptmtmpmd 6.294e+44 7.60  7.60  1.842e+39 0.00202   12092 
triHPacyl.pmtmmtmpmd 6.606e+43 6.26  6.26  1.833e+39 0.00201   12093 
triHPacyl.pmttptpppd 3.625e+44 7.27  7.27  1.832e+39 0.00201   12094 
triHPacyl.pptmptmpmd 6.774e+43 6.27  6.27  1.826e+39 0.00201   12095 
triHPacyl.tmmpmttpmd 1.707e+44 6.83  6.83  1.819e+39 0.002     12096 
triHPacyl.pmmpmtmpmd 1.338e+43 5.31  5.31  1.813e+39 0.00199   12097 
triHPacyl.mttppttppd 8.766e+43 6.43  6.43  1.804e+39 0.00198   12098 
triHPacyl.ttmpmmpmpd 6.063e+43 6.22  6.22  1.797e+39 0.00197   12099 
triHPacyl.ptmppmpmpd 6.844e+43 6.29  6.29  1.787e+39 0.00196   12100 
triHPacyl.ppptptmmmd 8.574e+43 6.43  6.43  1.777e+39 0.00195   12101 
triHPacyl.ttmmmttppd 3.745e+44 7.31  7.31  1.773e+39 0.00195   12102 
triHPacyl.pttmmmtpmd 2.513e+44 7.07  7.07  1.765e+39 0.00194   12103 
triHPacyl.ptttmttpmd 2.526e+44 7.08  7.08  1.755e+39 0.00193   12104 
triHPacyl.mmtpmmtpmd 7.316e+43 6.34  6.34  1.750e+39 0.00192   12105 
triHPacyl.ttppptmpmd 3.274e+43 5.86  5.86  1.749e+39 0.00192   12106 
triHPacyl.ppmtmpmppd 1.417e+44 6.74  6.74  1.742e+39 0.00191   12107 
triHPacyl.mtmmmmpmmd 1.632e+44 6.83  6.83  1.732e+39 0.0019    12108 
triHPacyl.tpptmtpmmd 2.904e+44 7.17  7.17  1.726e+39 0.0019    12109 
triHPacyl.mtmtpppmpd 1.764e+44 6.88  6.88  1.719e+39 0.00189   12110 
triHPacyl.tpttmtpmpd 3.299e+44 7.25  7.25  1.717e+39 0.00189   12111 
triHPacyl.pmptmttppd 6.788e+43 6.31  6.31  1.713e+39 0.00188   12112 
triHPacyl.pmtmmmtpmd 9.027e+43 6.48  6.48  1.707e+39 0.00188   12113 
triHPacyl.mtptptmmpd 1.435e+43 5.39  5.39  1.697e+39 0.00186   12114 
triHPacyl.tptmmtpppd 1.609e+44 6.83  6.83  1.691e+39 0.00186   12115 
triHPacyl.tmpmppmmpd 4.333e+43 6.05  6.05  1.685e+39 0.00185   12116 
triHPacyl.tptpmmmppd 6.408e+43 6.29  6.29  1.684e+39 0.00185   12117 
triHPacyl.pmtmmmpmpd 2.800e+43 5.80  5.80  1.680e+39 0.00185   12118 
triHPacyl.tmppmtmmpd 6.311e+43 6.28  6.28  1.671e+39 0.00184   12119 
triHPacyl.tmmpptppmd 1.463e+44 6.79  6.79  1.663e+39 0.00183   12120 
triHPacyl.pmttptmmmd 1.140e+44 6.64  6.64  1.656e+39 0.00182   12121 
triHPacyl.tmtmmtpppd 1.150e+44 6.65  6.65  1.654e+39 0.00182   12122 
triHPacyl.pmtmpmtmpd 1.239e+44 6.70  6.70  1.642e+39 0.0018    12123 
triHPacyl.pmptpmmmpd 1.039e+43 5.22  5.22  1.637e+39 0.0018    12124 
triHPacyl.ppttptppmd 7.096e+44 7.74  7.74  1.630e+39 0.00179   12125 
triHPacyl.mttmmtpmpd 5.319e+43 6.20  6.20  1.623e+39 0.00178   12126 
triHPacyl.tttmmttmpd 7.255e+43 6.39  6.39  1.607e+39 0.00177   12127 
triHPacyl.pmtpmtpmmd 2.055e+43 5.64  5.64  1.603e+39 0.00176   12128 
triHPacyl.tptmppmmpd 2.919e+44 7.23  7.23  1.591e+39 0.00175   12129 
triHPacyl.pmttpmtppd 1.043e+44 6.61  6.61  1.589e+39 0.00175   12130 
triHPacyl.tttmmtmpmd 7.836e+43 6.44  6.44  1.582e+39 0.00174   12131 
triHPacyl.tpptmmtppd 1.412e+44 6.80  6.80  1.562e+39 0.00172   12132 
triHPacyl.tpttmmpmmd 1.719e+44 6.92  6.92  1.561e+39 0.00172   12133 
triHPacyl.mmpmmtmppd 1.852e+43 5.60  5.60  1.542e+39 0.00169   12134 
triHPacyl.tmttmtpppd 3.307e+44 7.32  7.32  1.533e+39 0.00169   12135 
triHPacyl.ttppmmtppd 3.138e+43 5.92  5.92  1.529e+39 0.00168   12136 
triHPacyl.pmtppttmmd 7.454e+43 6.44  6.44  1.523e+39 0.00167   12137 
triHPacyl.tmttptmmmd 4.857e+44 7.56  7.56  1.513e+39 0.00166   12138 
triHPacyl.tmtmmmpppd 7.385e+43 6.44  6.44  1.509e+39 0.00166   12139 
triHPacyl.mpmmptmppd 7.611e+42 5.09  5.09  1.500e+39 0.00165   12140 
triHPacyl.mttmmtmmpd 3.486e+43 6.00  6.00  1.481e+39 0.00163   12141 
triHPacyl.tpptmmpmpd 2.015e+44 7.05  7.05  1.470e+39 0.00161   12142 
triHPacyl.ptttptmpmd 1.070e+44 6.68  6.68  1.462e+39 0.00161   12143 
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triHPacyl.tmtpptmppd 3.662e+44 7.41  7.41  1.455e+39 0.0016    12144 
triHPacyl.mtmmptmmmd 7.480e+43 6.47  6.47  1.447e+39 0.00159   12145 
triHPacyl.ttpppmtpmd 2.103e+43 5.72  5.72  1.440e+39 0.00158   12146 
triHPacyl.pmmmpmtmmd 1.176e+44 6.75  6.75  1.433e+39 0.00157   12147 
triHPacyl.mmmmptpmpd 1.532e+43 5.53  5.53  1.425e+39 0.00157   12148 
triHPacyl.tttmmmtpmd 4.457e+43 6.18  6.18  1.408e+39 0.00155   12149 
triHPacyl.ppmmpmpmmd 4.308e+43 6.16  6.16  1.399e+39 0.00154   12150 
triHPacyl.mmtpptpppd 2.646e+44 7.25  7.25  1.392e+39 0.00153   12151 
triHPacyl.mptmptmmpd 1.167e+44 6.76  6.76  1.386e+39 0.00152   12152 
triHPacyl.tmtpptmpmd 9.505e+43 6.64  6.64  1.385e+39 0.00152   12153 
triHPacyl.tptpptmmmd 6.715e+43 6.43  6.43  1.385e+39 0.00152   12154 
triHPacyl.mmttptmmpd 9.016e+43 6.61  6.61  1.384e+39 0.00152   12155 
triHPacyl.tmptmmmpmd 4.737e+43 6.23  6.23  1.375e+39 0.00151   12156 
triHPacyl.tptppttmmd 9.977e+43 6.67  6.67  1.370e+39 0.00151   12157 
triHPacyl.ppmtmtmmpd 7.951e+43 6.55  6.55  1.356e+39 0.00149   12158 
triHPacyl.tmpppmtpmd 3.743e+43 6.11  6.11  1.329e+39 0.00146   12159 
triHPacyl.tmpmmtpmpd 1.858e+43 5.69  5.69  1.325e+39 0.00146   12160 
triHPacyl.pttpmmtppd 1.181e+44 6.80  6.80  1.324e+39 0.00145   12161 
triHPacyl.tmmpmttmmd 1.751e+44 7.03  7.03  1.318e+39 0.00145   12162 
triHPacyl.mmmmmttmpd 7.729e+43 6.55  6.55  1.312e+39 0.00144   12163 
triHPacyl.ppttppmppd 7.492e+43 6.53  6.53  1.301e+39 0.00143   12164 
triHPacyl.pmttmmmmmd 6.885e+43 6.49  6.49  1.298e+39 0.00143   12165 
triHPacyl.tppppptpmd 1.357e+44 6.89  6.89  1.292e+39 0.00142   12166 
triHPacyl.tptmmmpppd 8.128e+43 6.59  6.59  1.283e+39 0.00141   12167 
triHPacyl.tpttmmmmmd 7.559e+43 6.55  6.55  1.278e+39 0.0014    12168 
triHPacyl.ppptptpppd 3.915e+44 7.53  7.53  1.278e+39 0.0014    12169 
triHPacyl.tttmptmmpd 3.676e+43 6.12  6.12  1.269e+39 0.00139   12170 
triHPacyl.ttttmtmpmd 1.625e+44 7.01  7.01  1.267e+39 0.00139   12171 
triHPacyl.pmmmmmmmpd 1.922e+43 5.74  5.74  1.267e+39 0.00139   12172 
triHPacyl.ptttptpmpd 2.935e+44 7.37  7.37  1.263e+39 0.00139   12173 
triHPacyl.tmmtmtmmpd 2.122e+44 7.18  7.18  1.258e+39 0.00138   12174 
triHPacyl.tmttmmpppd 1.921e+44 7.12  7.12  1.256e+39 0.00138   12175 
triHPacyl.tptpmmmpmd 3.667e+43 6.13  6.13  1.256e+39 0.00138   12176 
triHPacyl.ppmtmtmmmd 9.583e+43 6.70  6.70  1.256e+39 0.00138   12177 
triHPacyl.tttmmmpmmd 1.407e+44 6.93  6.93  1.251e+39 0.00137   12178 
triHPacyl.mtttpmmpmd 7.856e+43 6.59  6.59  1.239e+39 0.00136   12179 
triHPacyl.mmpmpttmmd 1.173e+45 8.21  8.21  1.235e+39 0.00136   12180 
triHPacyl.pmpppmtpmd 2.361e+43 5.88  5.88  1.232e+39 0.00135   12181 
triHPacyl.mtppmmtpmd 2.578e+43 5.93  5.93  1.232e+39 0.00135   12182 
triHPacyl.tmmpmtpmmd 1.602e+44 7.02  7.02  1.225e+39 0.00135   12183 
triHPacyl.pmttmttpmd 2.637e+44 7.32  7.32  1.220e+39 0.00134   12184 
triHPacyl.pmtpmmtppd 8.755e+43 6.67  6.67  1.207e+39 0.00133   12185 
triHPacyl.tmttmtppmd 3.762e+44 7.54  7.54  1.204e+39 0.00132   12186 
triHPacyl.mmpmptmmmd 2.726e+43 5.98  5.98  1.196e+39 0.00131   12187 
triHPacyl.tmpmmmmpmd 1.483e+43 5.62  5.62  1.196e+39 0.00131   12188 
triHPacyl.tmpmmmpmpd 1.628e+43 5.68  5.68  1.193e+39 0.00131   12189 
triHPacyl.pmptmmpmpd 7.511e+43 6.59  6.59  1.189e+39 0.00131   12190 
triHPacyl.pmmmmtpmmd 7.975e+43 6.63  6.63  1.187e+39 0.0013    12191 
triHPacyl.tmtpppmmpd 2.358e+44 7.27  7.27  1.187e+39 0.0013    12192 
triHPacyl.tptmmmpmmd 1.469e+44 6.99  6.99  1.185e+39 0.0013    12193 
triHPacyl.tmppmmmmpd 3.754e+43 6.18  6.18  1.174e+39 0.00129   12194 
triHPacyl.mtmmpttppd 3.012e+45 8.80  8.80  1.172e+39 0.00129   12195 
triHPacyl.mmpmpmpppd 6.250e+43 6.49  6.49  1.172e+39 0.00129   12196 
triHPacyl.tptmpttpmd 2.384e+44 7.29  7.29  1.166e+39 0.00128   12197 
triHPacyl.mtttptpmpd 1.091e+44 6.82  6.82  1.165e+39 0.00128   12198 
triHPacyl.pmtppmtmmd 8.142e+43 6.65  6.65  1.163e+39 0.00128   12199 
triHPacyl.ttttmtpmpd 1.801e+44 7.12  7.12  1.162e+39 0.00128   12200 
triHPacyl.tmmmpmmmpd 9.951e+43 6.77  6.77  1.158e+39 0.00127   12201 
triHPacyl.mttppmtpmd 5.705e+43 6.44  6.44  1.153e+39 0.00127   12202 
triHPacyl.pmttppmpmd 7.297e+43 6.59  6.59  1.152e+39 0.00127   12203 
triHPacyl.pmtmptpppd 7.930e+43 6.64  6.64  1.152e+39 0.00127   12204 
triHPacyl.pmttmtmpmd 7.521e+43 6.61  6.61  1.144e+39 0.00126   12205 
triHPacyl.tpppptppmd 8.095e+43 6.66  6.66  1.138e+39 0.00125   12206 
triHPacyl.mttmmmmppd 3.925e+43 6.23  6.23  1.135e+39 0.00125   12207 
triHPacyl.tpmpmtppmd 6.027e+43 6.49  6.49  1.134e+39 0.00125   12208 
triHPacyl.mmptpttpmd 6.715e+43 6.55  6.55  1.133e+39 0.00125   12209 
triHPacyl.pmtpmtpmpd 9.689e+43 6.77  6.77  1.133e+39 0.00124   12210 
triHPacyl.pmmtpmmmmd 2.978e+43 6.07  6.07  1.131e+39 0.00124   12211 
triHPacyl.pttpmmmmpd 4.829e+43 6.36  6.36  1.120e+39 0.00123   12212 
triHPacyl.pmppptmmmd 1.086e+43 5.48  5.48  1.115e+39 0.00122   12213 
triHPacyl.mtpmptmppd 1.865e+43 5.80  5.80  1.113e+39 0.00122   12214 
triHPacyl.ttmpmtmppd 5.157e+43 6.41  6.41  1.102e+39 0.00121   12215 
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triHPacyl.tpmmptmpmd 3.828e+43 6.24  6.24  1.091e+39 0.0012    12216 
triHPacyl.tpmmpttmpd 1.008e+44 6.82  6.82  1.089e+39 0.0012    12217 
triHPacyl.ttmtmmtmpd 2.098e+44 7.26  7.26  1.086e+39 0.00119   12218 
triHPacyl.mmmpmtmpmd 5.039e+43 6.41  6.41  1.073e+39 0.00118   12219 
triHPacyl.ttmtmtpmmd 3.727e+43 6.23  6.23  1.071e+39 0.00118   12220 
triHPacyl.mmpppmppmd 2.792e+43 6.07  6.07  1.056e+39 0.00116   12221 
triHPacyl.tpptmtpmpd 3.215e+44 7.53  7.53  1.056e+39 0.00116   12222 
triHPacyl.pmtpmtpppd 2.493e+44 7.38  7.38  1.055e+39 0.00116   12223 
triHPacyl.tmmpmmmmmd 1.002e+44 6.84  6.84  1.047e+39 0.00115   12224 
triHPacyl.tmptmmmmpd 6.839e+43 6.61  6.61  1.047e+39 0.00115   12225 
triHPacyl.tpttmmtppd 1.488e+44 7.07  7.07  1.046e+39 0.00115   12226 
triHPacyl.tmppmttppd 1.163e+44 6.93  6.93  1.040e+39 0.00114   12227 
triHPacyl.ptttmtmmmd 8.584e+43 6.75  6.75  1.033e+39 0.00114   12228 
triHPacyl.tmmpmmtpmd 1.181e+44 6.94  6.94  1.030e+39 0.00113   12229 
triHPacyl.pppmptmmmd 6.879e+43 6.62  6.62  1.027e+39 0.00113   12230 
triHPacyl.tmptmtmppd 8.535e+43 6.76  6.76  1.023e+39 0.00112   12231 
triHPacyl.ppmmpttmmd 1.428e+44 7.07  7.07  1.015e+39 0.00112   12232 
triHPacyl.tmppmmtppd 6.484e+43 6.60  6.60  1.015e+39 0.00111   12233 
triHPacyl.ppttppmpmd 1.056e+44 6.89  6.89  1.007e+39 0.00111   12234 
triHPacyl.tmmtmmppmd 3.294e+44 7.58  7.58  9.946e+38 0.00109   12235 
triHPacyl.pmptmtmmpd 6.344e+43 6.60  6.60  9.935e+38 0.00109   12236 
triHPacyl.tmmpmtppmd 1.158e+44 6.96  6.96  9.906e+38 0.00109   12237 
triHPacyl.ppmtpmpmpd 1.549e+44 7.13  7.13  9.876e+38 0.00109   12238 
triHPacyl.tpttmtpmmd 3.675e+44 7.65  7.65  9.872e+38 0.00108   12239 
triHPacyl.pmmmpttmmd 8.527e+43 6.78  6.78  9.865e+38 0.00108   12240 
triHPacyl.ttmmmmpppd 5.680e+44 7.91  7.91  9.848e+38 0.00108   12241 
triHPacyl.ttmmmtppmd 4.395e+44 7.76  7.76  9.837e+38 0.00108   12242 
triHPacyl.tmmpmmmmpd 1.023e+44 6.89  6.89  9.811e+38 0.00108   12243 
triHPacyl.pppmpmppmd 2.984e+44 7.53  7.53  9.807e+38 0.00108   12244 
triHPacyl.mttpmtpmpd 9.012e+44 8.19  8.19  9.695e+38 0.00107   12245 
triHPacyl.tttmpppmpd 8.002e+43 6.75  6.75  9.681e+38 0.00106   12246 
triHPacyl.tttpptpmmd 6.336e+43 6.62  6.62  9.612e+38 0.00106   12247 
triHPacyl.pppmpptmmd 1.151e+44 6.97  6.97  9.604e+38 0.00106   12248 
triHPacyl.ppmmptpmmd 7.425e+43 6.71  6.71  9.581e+38 0.00105   12249 
triHPacyl.tmttmmppmd 2.059e+44 7.32  7.32  9.559e+38 0.00105   12250 
triHPacyl.ppmtmtppmd 4.867e+43 6.47  6.47  9.498e+38 0.00104   12251 
triHPacyl.tttmpmmppd 4.100e+43 6.36  6.36  9.485e+38 0.00104   12252 
triHPacyl.mtppmtpmmd 4.946e+43 6.48  6.48  9.483e+38 0.00104   12253 
triHPacyl.mttmmmpmpd 8.272e+43 6.79  6.79  9.421e+38 0.00104   12254 
triHPacyl.mtppmtmppd 2.524e+44 7.46  7.46  9.343e+38 0.00103   12255 
triHPacyl.ttppptmppd 4.989e+43 6.49  6.49  9.267e+38 0.00102   12256 
triHPacyl.pmtpmmtpmd 3.939e+43 6.35  6.35  9.257e+38 0.00102   12257 
triHPacyl.ttpppppmmd 3.298e+43 6.25  6.25  9.254e+38 0.00102   12258 
triHPacyl.pmttmtmmpd 6.159e+43 6.62  6.62  9.246e+38 0.00102   12259 
triHPacyl.tptppttppd 2.579e+44 7.48  7.48  9.226e+38 0.00101   12260 
triHPacyl.ttpmmttppd 1.895e+43 5.92  5.92  9.194e+38 0.00101   12261 
triHPacyl.tptmpttmpd 1.299e+44 7.07  7.07  9.188e+38 0.00101   12262 
triHPacyl.tpmpptmpmd 1.673e+43 5.85  5.85  9.173e+38 0.00101   12263 
triHPacyl.tmppmtmppd 3.010e+43 6.20  6.20  9.147e+38 0.00101   12264 
triHPacyl.ptmmmmmmmd 1.634e+44 7.21  7.21  9.074e+38 0.000997  12265 
triHPacyl.ppttmmpppd 5.748e+44 7.97  7.97  9.003e+38 0.000989  12266 
triHPacyl.tmmmpmmppd 3.260e+43 6.26  6.26  8.902e+38 0.000978  12267 
triHPacyl.mtmtmtmpmd 1.371e+43 5.75  5.75  8.878e+38 0.000976  12268 
triHPacyl.tmtppttmmd 1.640e+44 7.23  7.23  8.856e+38 0.000973  12269 
triHPacyl.ptmmmttmmd 2.906e+44 7.58  7.58  8.764e+38 0.000963  12270 
triHPacyl.tmmtmmtppd 3.520e+44 7.69  7.69  8.755e+38 0.000962  12271 
triHPacyl.pmttptppmd 3.120e+44 7.62  7.62  8.726e+38 0.000959  12272 
triHPacyl.mtmtpppmmd 1.900e+44 7.33  7.33  8.720e+38 0.000958  12273 
triHPacyl.tpmtmtmppd 8.208e+43 6.83  6.83  8.704e+38 0.000956  12274 
triHPacyl.mmtmmpmmpd 5.477e+43 6.59  6.59  8.623e+38 0.000947  12275 
triHPacyl.ppmtmtmppd 1.361e+44 7.14  7.14  8.609e+38 0.000946  12276 
triHPacyl.tmmpmtmmpd 1.222e+44 7.07  7.07  8.580e+38 0.000943  12277 
triHPacyl.pppmpmtmmd 1.183e+44 7.06  7.06  8.580e+38 0.000943  12278 
triHPacyl.ppmmmppmpd 6.297e+43 6.68  6.68  8.571e+38 0.000942  12279 
triHPacyl.mmtmmptpmd 1.855e+44 7.32  7.32  8.565e+38 0.000941  12280 
triHPacyl.tppppmpmmd 9.939e+43 6.95  6.95  8.540e+38 0.000938  12281 
triHPacyl.ppmtmtmpmd 7.135e+43 6.76  6.76  8.455e+38 0.000929  12282 
triHPacyl.tmmtmmpmmd 3.469e+44 7.71  7.71  8.408e+38 0.000924  12283 
triHPacyl.tpmmpttppd 1.819e+44 7.33  7.33  8.382e+38 0.000921  12284 
triHPacyl.mpppmttpmd 5.619e+43 6.63  6.63  8.364e+38 0.000919  12285 
triHPacyl.tptmmtpmmd 2.410e+44 7.50  7.50  8.355e+38 0.000918  12286 
triHPacyl.mttpmtmpmd 6.415e+43 6.71  6.71  8.329e+38 0.000915  12287 
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triHPacyl.mmtpmmtppd 1.656e+44 7.27  7.27  8.320e+38 0.000914  12288 
triHPacyl.tmmtmmmmpd 1.877e+44 7.35  7.35  8.306e+38 0.000913  12289 
triHPacyl.mptmmtmmpd 5.869e+43 6.66  6.66  8.268e+38 0.000908  12290 
triHPacyl.tpttmtmpmd 1.224e+44 7.10  7.10  8.213e+38 0.000902  12291 
triHPacyl.ttppmmmmpd 1.697e+43 5.94  5.94  7.960e+38 0.000875  12292 
triHPacyl.tmmpmmtmmd 1.323e+44 7.17  7.17  7.933e+38 0.000872  12293 
triHPacyl.ptppmmpmmd 9.359e+43 6.97  6.97  7.883e+38 0.000866  12294 
triHPacyl.mttpmtmmmd 2.802e+43 6.25  6.25  7.845e+38 0.000862  12295 
triHPacyl.ppmpptmppd 4.180e+43 6.49  6.49  7.792e+38 0.000856  12296 
triHPacyl.mtpmppmppd 1.797e+43 5.99  5.99  7.769e+38 0.000854  12297 
triHPacyl.tmptmtmmpd 7.902e+43 6.88  6.88  7.695e+38 0.000846  12298 
triHPacyl.pmmpmpmpmd 7.120e+42 5.45  5.45  7.636e+38 0.000839  12299 
triHPacyl.pmpppmmmmd 9.655e+42 5.64  5.64  7.564e+38 0.000831  12300 
triHPacyl.tmttpttppd 3.330e+44 7.75  7.75  7.530e+38 0.000827  12301 
triHPacyl.mmppptpmpd 1.362e+43 5.85  5.85  7.475e+38 0.000821  12302 
triHPacyl.tmpmmpmppd 2.409e+43 6.20  6.20  7.284e+38 0.0008    12303 
triHPacyl.mmptpttmmd 1.563e+44 7.32  7.32  7.269e+38 0.000799  12304 
triHPacyl.tpttmttppd 1.855e+44 7.42  7.42  7.254e+38 0.000797  12305 
triHPacyl.ttmmmmppmd 2.764e+44 7.67  7.67  7.197e+38 0.000791  12306 
triHPacyl.tmtpmttmpd 1.274e+45 8.58  8.58  7.196e+38 0.000791  12307 
triHPacyl.pttmmtppmd 8.488e+43 6.96  6.96  7.189e+38 0.00079   12308 
triHPacyl.mmtmmtmppd 8.424e+43 6.96  6.96  7.184e+38 0.000789  12309 
triHPacyl.tmtmpttmpd 2.742e+44 7.67  7.67  7.137e+38 0.000784  12310 
triHPacyl.tptmpmpmpd 1.242e+44 7.20  7.20  7.121e+38 0.000783  12311 
triHPacyl.mtptpppmmd 4.488e+43 6.59  6.59  7.106e+38 0.000781  12312 
triHPacyl.ttmpmmpmmd 7.991e+43 6.93  6.93  7.102e+38 0.00078   12313 
triHPacyl.ttpmptpmpd 3.981e+43 6.52  6.52  7.095e+38 0.00078   12314 
triHPacyl.tppmmmpppd 5.933e+43 6.76  6.76  7.059e+38 0.000776  12315 
triHPacyl.pppmppppmd 2.499e+44 7.62  7.62  7.035e+38 0.000773  12316 
triHPacyl.tmmtmttppd 4.031e+44 7.91  7.91  6.995e+38 0.000769  12317 
triHPacyl.ppptppmpmd 5.942e+43 6.77  6.77  6.988e+38 0.000768  12318 
triHPacyl.tpptmtmmpd 1.922e+44 7.47  7.47  6.981e+38 0.000767  12319 
triHPacyl.mtppmpmpmd 2.193e+43 6.17  6.17  6.979e+38 0.000767  12320 
triHPacyl.ppttptpppd 4.492e+44 7.98  7.98  6.940e+38 0.000763  12321 
triHPacyl.mmppmtmpmd 2.067e+43 6.14  6.14  6.939e+38 0.000763  12322 
triHPacyl.ttttmmmmmd 7.833e+43 6.95  6.95  6.817e+38 0.000749  12323 
triHPacyl.mptmmpmmpd 3.381e+44 7.82  7.82  6.800e+38 0.000747  12324 
triHPacyl.ttmtptpmpd 2.451e+44 7.63  7.63  6.789e+38 0.000746  12325 
triHPacyl.tmttptmmpd 1.117e+45 8.53  8.53  6.781e+38 0.000745  12326 
triHPacyl.mtppmtmpmd 2.600e+43 6.29  6.29  6.779e+38 0.000745  12327 
triHPacyl.mttppmpppd 1.758e+44 7.43  7.43  6.771e+38 0.000744  12328 
triHPacyl.ptmmpmmmmd 2.419e+44 7.62  7.62  6.752e+38 0.000742  12329 
triHPacyl.tttppmmppd 1.661e+44 7.40  7.40  6.738e+38 0.00074   12330 
triHPacyl.tttpptmmmd 2.485e+43 6.28  6.28  6.643e+38 0.00073   12331 
triHPacyl.ppttmtpmpd 4.247e+44 7.97  7.97  6.624e+38 0.000728  12332 
triHPacyl.ppmtmmpppd 9.123e+43 7.06  7.06  6.590e+38 0.000724  12333 
triHPacyl.tmmtmmtmmd 3.293e+44 7.83  7.83  6.550e+38 0.00072   12334 
triHPacyl.tmppptppmd 8.724e+43 7.04  7.04  6.528e+38 0.000717  12335 
triHPacyl.tttpptpmpd 3.077e+44 7.79  7.79  6.509e+38 0.000715  12336 
triHPacyl.tpppmttmpd 3.303e+44 7.83  7.83  6.494e+38 0.000714  12337 
triHPacyl.tpptmttmmd 7.976e+44 8.36  8.36  6.476e+38 0.000712  12338 
triHPacyl.pmptmtppmd 1.459e+44 7.35  7.35  6.402e+38 0.000703  12339 
triHPacyl.pptpmmmppd 2.017e+44 7.55  7.55  6.401e+38 0.000703  12340 
triHPacyl.tpptmmmmpd 8.176e+43 7.01  7.01  6.369e+38 0.0007    12341 
triHPacyl.ptpmmmtppd 3.257e+43 6.47  6.47  6.325e+38 0.000695  12342 
triHPacyl.mmtpmtmpmd 6.680e+43 6.90  6.90  6.323e+38 0.000695  12343 
triHPacyl.tmmppttpmd 1.343e+44 7.31  7.31  6.309e+38 0.000693  12344 
triHPacyl.pmtpmmmpmd 3.374e+43 6.49  6.49  6.303e+38 0.000693  12345 
triHPacyl.tpmmptpppd 6.223e+43 6.86  6.86  6.286e+38 0.000691  12346 
triHPacyl.ppmpmmpmpd 5.333e+43 6.77  6.77  6.266e+38 0.000689  12347 
triHPacyl.tmtmptpmpd 3.196e+44 7.84  7.84  6.260e+38 0.000688  12348 
triHPacyl.pmptpttppd 2.516e+43 6.33  6.33  6.204e+38 0.000682  12349 
triHPacyl.mmtmpttmpd 1.161e+44 7.25  7.25  6.065e+38 0.000666  12350 
triHPacyl.mtmmpttpmd 8.893e+44 8.47  8.47  6.000e+38 0.000659  12351 
triHPacyl.pmmtptppmd 3.617e+43 6.56  6.56  5.994e+38 0.000659  12352 
triHPacyl.mtttptpmmd 1.639e+44 7.47  7.47  5.956e+38 0.000654  12353 
triHPacyl.ttmtmttmpd 2.365e+44 7.69  7.69  5.948e+38 0.000654  12354 
triHPacyl.mpppmtmpmd 2.329e+43 6.30  6.30  5.945e+38 0.000653  12355 
triHPacyl.ppppmppppd 8.612e+43 7.09  7.09  5.877e+38 0.000646  12356 
triHPacyl.pmmmmttmpd 8.312e+43 7.07  7.07  5.870e+38 0.000645  12357 
triHPacyl.mtttpmpmpd 1.892e+44 7.56  7.56  5.868e+38 0.000645  12358 
triHPacyl.mmtppttmmd 6.291e+43 6.91  6.91  5.865e+38 0.000644  12359 
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triHPacyl.ptpppptppd 3.191e+43 6.50  6.50  5.863e+38 0.000644  12360 
triHPacyl.pmtppppmmd 2.340e+43 6.33  6.33  5.744e+38 0.000631  12361 
triHPacyl.mmppmmppmd 9.896e+43 7.19  7.19  5.735e+38 0.00063   12362 
triHPacyl.mmptptmpmd 4.793e+43 6.76  6.76  5.727e+38 0.000629  12363 
triHPacyl.tpppptpmpd 1.138e+44 7.28  7.28  5.701e+38 0.000626  12364 
triHPacyl.pmptmtpmmd 1.218e+44 7.32  7.32  5.692e+38 0.000625  12365 
triHPacyl.ptttmttppd 1.583e+44 7.48  7.48  5.666e+38 0.000623  12366 
triHPacyl.pmtpptpmmd 2.967e+43 6.48  6.48  5.647e+38 0.000621  12367 
triHPacyl.ttppmtmmpd 3.787e+43 6.63  6.63  5.633e+38 0.000619  12368 
triHPacyl.mmtpmtpppd 3.435e+44 7.94  7.94  5.621e+38 0.000618  12369 
triHPacyl.tptpptmpmd 5.993e+43 6.90  6.90  5.616e+38 0.000617  12370 
triHPacyl.mpmtptpmpd 1.371e+44 7.40  7.40  5.614e+38 0.000617  12371 
triHPacyl.ttttmtpmmd 3.026e+44 7.87  7.87  5.612e+38 0.000617  12372 
triHPacyl.mtmmpmppmd 2.210e+44 7.69  7.69  5.541e+38 0.000609  12373 
triHPacyl.ttmtmmtmmd 2.140e+44 7.67  7.67  5.536e+38 0.000608  12374 
triHPacyl.pptppptmpd 2.524e+44 7.77  7.77  5.525e+38 0.000607  12375 
triHPacyl.tpmmmmpmmd 4.804e+43 6.78  6.78  5.495e+38 0.000604  12376 
triHPacyl.mtmmptmmpd 6.324e+43 6.95  6.95  5.486e+38 0.000603  12377 
triHPacyl.tmmpmttppd 1.888e+44 7.60  7.60  5.475e+38 0.000602  12378 
triHPacyl.ttpmmmpppd 6.619e+43 6.98  6.98  5.448e+38 0.000599  12379 
triHPacyl.pmttptmmpd 1.686e+44 7.54  7.54  5.448e+38 0.000599  12380 
triHPacyl.ttpmpppmpd 3.833e+43 6.66  6.66  5.414e+38 0.000595  12381 
triHPacyl.mpmmpptppd 2.373e+44 7.75  7.75  5.408e+38 0.000594  12382 
triHPacyl.mttpmmmppd 1.584e+44 7.51  7.51  5.333e+38 0.000586  12383 
triHPacyl.tpppmmtmpd 2.302e+44 7.74  7.74  5.314e+38 0.000584  12384 
triHPacyl.pmttpmmmmd 1.082e+44 7.29  7.29  5.295e+38 0.000582  12385 
triHPacyl.pptmmmmppd 7.433e+43 7.07  7.07  5.238e+38 0.000576  12386 
triHPacyl.ptptptpmmd 9.419e+43 7.22  7.22  5.170e+38 0.000568  12387 
triHPacyl.pptmpttmmd 4.363e+44 8.14  8.14  5.159e+38 0.000567  12388 
triHPacyl.pptmppmpmd 8.375e+43 7.15  7.15  5.157e+38 0.000567  12389 
triHPacyl.mtmmpmpppd 3.271e+44 7.97  7.97  5.127e+38 0.000563  12390 
triHPacyl.tmpmpttmpd 9.147e+43 7.21  7.21  5.109e+38 0.000561  12391 
triHPacyl.mmtmmtmmmd 5.089e+43 6.86  6.86  5.102e+38 0.000561  12392 
triHPacyl.tmmtmtpmpd 3.068e+44 7.93  7.93  5.090e+38 0.000559  12393 
triHPacyl.tptmmtmpmd 7.859e+43 7.12  7.12  5.071e+38 0.000557  12394 
triHPacyl.mttppmtppd 1.164e+44 7.36  7.36  5.070e+38 0.000557  12395 
triHPacyl.tpttmmmppd 9.993e+43 7.28  7.28  4.983e+38 0.000547  12396 
triHPacyl.ppptptppmd 2.781e+44 7.89  7.89  4.956e+38 0.000545  12397 
triHPacyl.tpmtmmmppd 7.440e+43 7.11  7.11  4.947e+38 0.000544  12398 
triHPacyl.tptpptmmpd 1.427e+44 7.50  7.50  4.939e+38 0.000543  12399 
triHPacyl.tttpmtpppd 4.925e+44 8.24  8.24  4.921e+38 0.000541  12400 
triHPacyl.tmpmptpppd 1.231e+44 7.41  7.41  4.906e+38 0.000539  12401 
triHPacyl.pptpmmmpmd 1.535e+44 7.54  7.54  4.894e+38 0.000538  12402 
triHPacyl.mmttpttppd 1.800e+44 7.64  7.64  4.883e+38 0.000537  12403 
triHPacyl.tmmppmmmmd 4.225e+43 6.78  6.78  4.860e+38 0.000534  12404 
triHPacyl.ptmpmmmpmd 2.911e+43 6.56  6.56  4.816e+38 0.000529  12405 
triHPacyl.tttppttpmd 4.345e+43 6.81  6.81  4.766e+38 0.000524  12406 
triHPacyl.tmpppmmmmd 5.641e+43 6.96  6.96  4.761e+38 0.000523  12407 
triHPacyl.ppptptmppd 7.350e+43 7.12  7.12  4.761e+38 0.000523  12408 
triHPacyl.mtppptmmpd 1.343e+43 6.11  6.11  4.758e+38 0.000523  12409 
triHPacyl.ttptmmmmpd 6.860e+43 7.08  7.08  4.737e+38 0.000521  12410 
triHPacyl.tmmppttmmd 1.510e+44 7.56  7.56  4.734e+38 0.00052   12411 
triHPacyl.mmtmptmppd 7.528e+43 7.14  7.14  4.727e+38 0.000519  12412 
triHPacyl.tmmmppmmpd 8.956e+43 7.25  7.25  4.710e+38 0.000518  12413 
triHPacyl.tmpmmmpppd 1.070e+44 7.36  7.36  4.682e+38 0.000514  12414 
triHPacyl.tmmtmtppmd 4.775e+43 6.88  6.88  4.648e+38 0.000511  12415 
triHPacyl.tmmtmtpmmd 3.782e+44 8.12  8.12  4.621e+38 0.000508  12416 
triHPacyl.ppmmmtppmd 1.306e+44 7.48  7.48  4.609e+38 0.000506  12417 
triHPacyl.pttppttppd 7.348e+43 7.14  7.14  4.607e+38 0.000506  12418 
triHPacyl.tppppptppd 2.532e+44 7.88  7.88  4.594e+38 0.000505  12419 
triHPacyl.pmptmmmmmd 5.437e+43 6.97  6.97  4.577e+38 0.000503  12420 
triHPacyl.ptttmmmpmd 1.061e+44 7.38  7.38  4.498e+38 0.000494  12421 
triHPacyl.tmppptmmpd 9.453e+43 7.31  7.31  4.482e+38 0.000492  12422 
triHPacyl.ppmtmmppmd 1.100e+44 7.40  7.40  4.468e+38 0.000491  12423 
triHPacyl.pmptmmtpmd 1.661e+44 7.65  7.65  4.457e+38 0.00049   12424 
triHPacyl.ttppppmpmd 2.008e+43 6.39  6.39  4.426e+38 0.000486  12425 
triHPacyl.tmmmpmpppd 8.259e+43 7.24  7.24  4.396e+38 0.000483  12426 
triHPacyl.mmtpmtmmmd 3.367e+43 6.71  6.71  4.392e+38 0.000483  12427 
triHPacyl.tptpptpmpd 3.647e+44 8.13  8.13  4.375e+38 0.000481  12428 
triHPacyl.mtppmppmmd 2.173e+43 6.45  6.45  4.348e+38 0.000478  12429 
triHPacyl.ttttmtmmmd 6.412e+43 7.10  7.10  4.328e+38 0.000476  12430 
triHPacyl.pmppmmppmd 5.660e+43 7.03  7.03  4.308e+38 0.000473  12431 
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triHPacyl.mmppmmpmmd 1.110e+43 6.06  6.06  4.268e+38 0.000469  12432 
triHPacyl.tppmmmtpmd 7.026e+43 7.16  7.16  4.259e+38 0.000468  12433 
triHPacyl.mmmppttmmd 1.051e+44 7.40  7.40  4.249e+38 0.000467  12434 
triHPacyl.tmptptmmpd 1.656e+44 7.68  7.68  4.226e+38 0.000464  12435 
triHPacyl.mttpmtpmmd 5.950e+43 7.07  7.07  4.224e+38 0.000464  12436 
triHPacyl.ptppmmtppd 1.529e+44 7.63  7.63  4.222e+38 0.000464  12437 
triHPacyl.mmtpmtmppd 2.757e+44 7.98  7.98  4.203e+38 0.000462  12438 
triHPacyl.mtmmpmtpmd 1.483e+45 8.99  8.99  4.192e+38 0.000461  12439 
triHPacyl.ttttptmppd 1.081e+44 7.43  7.43  4.185e+38 0.00046   12440 
triHPacyl.tpmtmmpmpd 1.829e+44 7.74  7.74  4.182e+38 0.00046   12441 
triHPacyl.mpmmpppppd 1.940e+43 6.41  6.41  4.168e+38 0.000458  12442 
triHPacyl.tmtppppppd 3.482e+44 8.13  8.13  4.148e+38 0.000456  12443 
triHPacyl.pmttmmmppd 9.326e+43 7.35  7.35  4.134e+38 0.000454  12444 
triHPacyl.pttmptmmmd 2.877e+43 6.65  6.65  4.109e+38 0.000452  12445 
triHPacyl.ptmmptmmmd 1.505e+44 7.64  7.64  4.108e+38 0.000451  12446 
triHPacyl.ptmmmmppmd 3.043e+44 8.06  8.06  4.062e+38 0.000446  12447 
triHPacyl.ttmtptmppd 1.543e+44 7.66  7.66  4.043e+38 0.000444  12448 
triHPacyl.tmmtmmtmpd 2.943e+44 8.05  8.05  4.038e+38 0.000444  12449 
triHPacyl.tmmpmttmpd 1.303e+44 7.56  7.56  4.029e+38 0.000443  12450 
triHPacyl.pmppptmmpd 2.167e+43 6.49  6.49  4.026e+38 0.000442  12451 
triHPacyl.tmmtmttpmd 3.343e+44 8.13  8.13  4.012e+38 0.000441  12452 
triHPacyl.mtppppppmd 2.231e+43 6.52  6.52  3.990e+38 0.000438  12453 
triHPacyl.tppmmttpmd 1.529e+44 7.66  7.66  3.989e+38 0.000438  12454 
triHPacyl.mtptpmpmmd 1.319e+44 7.58  7.58  3.972e+38 0.000436  12455 
triHPacyl.pmtmmmmpmd 6.743e+43 7.18  7.18  3.972e+38 0.000436  12456 
triHPacyl.pmmtpttpmd 5.551e+43 7.07  7.07  3.950e+38 0.000434  12457 
triHPacyl.pmmtpmpmpd 8.673e+44 8.71  8.71  3.950e+38 0.000434  12458 
triHPacyl.tpppppppmd 1.008e+44 7.42  7.42  3.935e+38 0.000432  12459 
triHPacyl.tptpptmppd 1.004e+44 7.42  7.42  3.918e+38 0.00043   12460 
triHPacyl.ppmtptpmmd 3.918e+44 8.24  8.24  3.902e+38 0.000429  12461 
triHPacyl.tmptmmmppd 3.002e+43 6.71  6.71  3.901e+38 0.000429  12462 
triHPacyl.tmmtmttmpd 3.147e+44 8.11  8.11  3.883e+38 0.000427  12463 
triHPacyl.tmmmpmmpmd 1.362e+44 7.61  7.61  3.866e+38 0.000425  12464 
triHPacyl.mtppptppmd 3.811e+43 6.86  6.86  3.853e+38 0.000423  12465 
triHPacyl.mptmmtmppd 2.900e+43 6.70  6.70  3.836e+38 0.000421  12466 
triHPacyl.ttmtmmtpmd 4.645e+44 8.35  8.35  3.831e+38 0.000421  12467 
triHPacyl.ptmmmmtpmd 3.304e+44 8.15  8.15  3.829e+38 0.000421  12468 
triHPacyl.pmttpmppmd 2.001e+44 7.85  7.85  3.828e+38 0.000421  12469 
triHPacyl.tmttpmtpmd 3.151e+44 8.12  8.12  3.819e+38 0.00042   12470 
triHPacyl.mtmtmtpmpd 2.234e+44 7.92  7.92  3.784e+38 0.000416  12471 
triHPacyl.tttmptmpmd 9.412e+43 7.41  7.41  3.778e+38 0.000415  12472 
triHPacyl.ppmtpttmpd 7.932e+44 8.68  8.68  3.754e+38 0.000413  12473 
triHPacyl.mptmptmppd 3.395e+43 6.80  6.80  3.753e+38 0.000412  12474 
triHPacyl.mtptptmppd 2.178e+43 6.54  6.54  3.723e+38 0.000409  12475 
triHPacyl.mmmpptmpmd 2.423e+43 6.61  6.61  3.720e+38 0.000409  12476 
triHPacyl.ttmtmttmmd 2.163e+44 7.91  7.91  3.718e+38 0.000409  12477 
triHPacyl.ptpmmttppd 4.265e+43 6.95  6.95  3.718e+38 0.000409  12478 
triHPacyl.pmttpmpppd 1.489e+44 7.69  7.69  3.708e+38 0.000407  12479 
triHPacyl.mmmmpmpppd 5.148e+43 7.06  7.06  3.705e+38 0.000407  12480 
triHPacyl.pmtmmttmpd 2.177e+44 7.92  7.92  3.693e+38 0.000406  12481 
triHPacyl.tmmmpmtppd 1.220e+44 7.58  7.58  3.672e+38 0.000404  12482 
triHPacyl.tmpmpmtppd 1.066e+44 7.50  7.50  3.672e+38 0.000404  12483 
triHPacyl.mpmmmmmppd 2.743e+43 6.69  6.69  3.668e+38 0.000403  12484 
triHPacyl.ptpppttppd 4.392e+43 6.97  6.97  3.665e+38 0.000403  12485 
triHPacyl.ttttmttpmd 9.702e+43 7.45  7.45  3.650e+38 0.000401  12486 
triHPacyl.mtmmptpppd 8.026e+43 7.33  7.33  3.642e+38 0.0004    12487 
triHPacyl.tmpppttppd 2.716e+44 8.06  8.06  3.633e+38 0.000399  12488 
triHPacyl.tmtpmmtmpd 1.741e+44 7.80  7.80  3.631e+38 0.000399  12489 
triHPacyl.mpmmptmmpd 5.403e+43 7.10  7.10  3.626e+38 0.000398  12490 
triHPacyl.ppttmtmppd 9.545e+43 7.44  7.44  3.623e+38 0.000398  12491 
triHPacyl.mtttptmmmd 1.129e+44 7.54  7.54  3.615e+38 0.000397  12492 
triHPacyl.mttppmmmpd 7.085e+43 7.27  7.27  3.578e+38 0.000393  12493 
triHPacyl.tmmtmmpmpd 2.428e+44 8.01  8.01  3.558e+38 0.000391  12494 
triHPacyl.tmmpmtpmpd 8.254e+43 7.37  7.37  3.527e+38 0.000388  12495 
triHPacyl.pmtpptpmpd 8.672e+43 7.40  7.40  3.515e+38 0.000386  12496 
triHPacyl.mmmmpmtmpd 5.477e+43 7.13  7.13  3.503e+38 0.000385  12497 
triHPacyl.ppttpmtmmd 1.102e+45 8.92  8.92  3.493e+38 0.000384  12498 
triHPacyl.mtttpmpmmd 3.175e+44 8.19  8.19  3.446e+38 0.000379  12499 
triHPacyl.ttptmtpmmd 2.550e+44 8.06  8.06  3.426e+38 0.000376  12500 
triHPacyl.tpptmttmpd 5.200e+44 8.49  8.49  3.415e+38 0.000375  12501 
triHPacyl.mtpmmppmpd 3.969e+43 6.96  6.96  3.377e+38 0.000371  12502 
triHPacyl.tmmtmttmmd 3.450e+44 8.25  8.25  3.373e+38 0.000371  12503 
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triHPacyl.mmttpmtpmd 1.829e+44 7.87  7.87  3.364e+38 0.00037   12504 
triHPacyl.mtppmtmmmd 1.179e+43 6.24  6.24  3.363e+38 0.00037   12505 
triHPacyl.ttptpmmpmd 7.338e+44 8.71  8.71  3.336e+38 0.000367  12506 
triHPacyl.tpptmmtpmd 1.561e+44 7.78  7.78  3.328e+38 0.000366  12507 
triHPacyl.ttmtmttppd 3.797e+44 8.32  8.32  3.323e+38 0.000365  12508 
triHPacyl.tmppmmmppd 1.834e+43 6.51  6.51  3.322e+38 0.000365  12509 
triHPacyl.pmtpmmpmmd 2.553e+43 6.71  6.71  3.320e+38 0.000365  12510 
triHPacyl.ttptmpmpmd 1.084e+44 7.57  7.57  3.317e+38 0.000364  12511 
triHPacyl.mpmmpmtmpd 1.084e+44 7.57  7.57  3.313e+38 0.000364  12512 
triHPacyl.pppmppmmmd 2.848e+43 6.78  6.78  3.283e+38 0.000361  12513 
triHPacyl.tmtmptpppd 1.922e+44 7.92  7.92  3.281e+38 0.000361  12514 
triHPacyl.ttpmptmppd 4.837e+43 7.10  7.10  3.275e+38 0.00036   12515 
triHPacyl.mmtpptmpmd 1.118e+44 7.60  7.60  3.268e+38 0.000359  12516 
triHPacyl.ptmmmtpmmd 2.332e+44 8.04  8.04  3.264e+38 0.000359  12517 
triHPacyl.tmtmmmpmmd 6.385e+44 8.64  8.64  3.221e+38 0.000354  12518 
triHPacyl.mtmmpttmmd 8.413e+44 8.81  8.81  3.215e+38 0.000353  12519 
triHPacyl.mmmtmtmppd 1.539e+44 7.80  7.80  3.212e+38 0.000353  12520 
triHPacyl.ppmpmtmppd 2.634e+43 6.75  6.75  3.198e+38 0.000351  12521 
triHPacyl.tttppmpmpd 1.038e+45 8.94  8.94  3.191e+38 0.000351  12522 
triHPacyl.tpptptpmmd 3.909e+44 8.37  8.37  3.147e+38 0.000346  12523 
triHPacyl.pttmmtpmpd 1.580e+44 7.83  7.83  3.143e+38 0.000345  12524 
triHPacyl.tppmmtpmmd 1.518e+44 7.80  7.80  3.137e+38 0.000345  12525 
triHPacyl.ptmppmpmmd 4.551e+43 7.09  7.09  3.121e+38 0.000343  12526 
triHPacyl.ppmtpttmmd 7.552e+44 8.77  8.77  3.097e+38 0.00034   12527 
triHPacyl.ttmpptpmpd 2.165e+44 8.02  8.02  3.096e+38 0.00034   12528 
triHPacyl.mmmmmtpmpd 1.953e+43 6.59  6.59  3.082e+38 0.000339  12529 
triHPacyl.ttttmmtpmd 7.610e+43 7.40  7.40  3.069e+38 0.000337  12530 
triHPacyl.mmttmttpmd 1.392e+44 7.78  7.78  3.015e+38 0.000331  12531 
triHPacyl.mtmmpmmmmd 8.222e+43 7.46  7.46  3.006e+38 0.00033   12532 
triHPacyl.ppttpptmpd 4.952e+44 8.53  8.53  3.001e+38 0.00033   12533 
triHPacyl.pmptmtmppd 1.481e+43 6.44  6.44  2.998e+38 0.000329  12534 
triHPacyl.mtttmtmppd 9.137e+43 7.53  7.53  2.990e+38 0.000329  12535 
triHPacyl.tpttmtmmpd 1.512e+44 7.84  7.84  2.943e+38 0.000323  12536 
triHPacyl.ttppptmmmd 1.135e+43 6.30  6.30  2.935e+38 0.000323  12537 
triHPacyl.mmmmmtmmpd 9.172e+43 7.55  7.55  2.921e+38 0.000321  12538 
triHPacyl.tmppptpmmd 1.991e+43 6.64  6.64  2.919e+38 0.000321  12539 
triHPacyl.mtppmmmmmd 2.236e+43 6.71  6.71  2.914e+38 0.00032   12540 
triHPacyl.ttmpptmppd 8.818e+43 7.52  7.52  2.909e+38 0.00032   12541 
triHPacyl.tpmtmppppd 2.881e+44 8.23  8.23  2.901e+38 0.000319  12542 
triHPacyl.mttmmmmmpd 5.207e+43 7.21  7.21  2.891e+38 0.000318  12543 
triHPacyl.tmttptppmd 6.058e+44 8.68  8.68  2.890e+38 0.000318  12544 
triHPacyl.ptmpmtmmpd 3.566e+44 8.36  8.36  2.879e+38 0.000316  12545 
triHPacyl.pmppmmpmmd 5.955e+43 7.30  7.30  2.874e+38 0.000316  12546 
triHPacyl.pttppptppd 5.519e+43 7.25  7.25  2.872e+38 0.000316  12547 
triHPacyl.tmmpmmtppd 1.011e+44 7.61  7.61  2.871e+38 0.000315  12548 
triHPacyl.pmptmmmpmd 2.163e+44 8.07  8.07  2.860e+38 0.000314  12549 
triHPacyl.mptpmtmmmd 5.028e+43 7.20  7.20  2.850e+38 0.000313  12550 
triHPacyl.mtppppmmpd 2.105e+43 6.69  6.69  2.808e+38 0.000309  12551 
triHPacyl.mtmtmtpmmd 5.109e+44 8.59  8.59  2.804e+38 0.000308  12552 
triHPacyl.ppmpppmppd 5.072e+43 7.22  7.22  2.796e+38 0.000307  12553 
triHPacyl.ptmtmtmmpd 1.548e+44 7.88  7.88  2.795e+38 0.000307  12554 
triHPacyl.ptmmpttpmd 3.428e+44 8.36  8.36  2.788e+38 0.000306  12555 
triHPacyl.mmtpmmmpmd 1.163e+44 7.72  7.72  2.783e+38 0.000306  12556 
triHPacyl.pmmtptmmpd 1.657e+44 7.93  7.93  2.772e+38 0.000305  12557 
triHPacyl.tpttmmppmd 2.548e+44 8.19  8.19  2.752e+38 0.000302  12558 
triHPacyl.mttpmttpmd 4.014e+43 7.09  7.09  2.749e+38 0.000302  12559 
triHPacyl.pmmmmmpmpd 1.541e+43 6.52  6.52  2.744e+38 0.000302  12560 
triHPacyl.ppmtptpmpd 1.568e+44 7.90  7.90  2.744e+38 0.000301  12561 
triHPacyl.tmmtmtpppd 2.230e+44 8.11  8.11  2.734e+38 0.0003    12562 
triHPacyl.pppmptppmd 2.408e+44 8.16  8.16  2.732e+38 0.0003    12563 
triHPacyl.mtttptmmpd 1.229e+44 7.76  7.76  2.721e+38 0.000299  12564 
triHPacyl.mtmtmtmppd 9.604e+43 7.62  7.62  2.711e+38 0.000298  12565 
triHPacyl.pmtmpmpppd 5.366e+43 7.27  7.27  2.710e+38 0.000298  12566 
triHPacyl.pttpmmpppd 2.484e+44 8.19  8.19  2.664e+38 0.000293  12567 
triHPacyl.ptttmmtpmd 3.338e+44 8.38  8.38  2.639e+38 0.00029   12568 
triHPacyl.mmpppttmpd 7.566e+43 7.49  7.49  2.633e+38 0.000289  12569 
triHPacyl.ptptpmmpmd 4.835e+43 7.23  7.23  2.616e+38 0.000287  12570 
triHPacyl.mmpmmmmppd 2.575e+43 6.86  6.86  2.590e+38 0.000285  12571 
triHPacyl.ttmtmttpmd 3.946e+44 8.49  8.49  2.569e+38 0.000282  12572 
triHPacyl.tppppmmpmd 2.571e+43 6.86  6.86  2.568e+38 0.000282  12573 
triHPacyl.ppmtmmmmpd 1.128e+44 7.75  7.75  2.548e+38 0.00028   12574 
triHPacyl.mmtmmmmppd 1.348e+44 7.86  7.86  2.545e+38 0.00028   12575 
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triHPacyl.mmptpmtpmd 1.188e+44 7.78  7.78  2.544e+38 0.000279  12576 
triHPacyl.tpppmtpppd 3.332e+44 8.40  8.40  2.529e+38 0.000278  12577 
triHPacyl.pmpppttppd 4.199e+43 7.17  7.17  2.529e+38 0.000278  12578 
triHPacyl.tpptmmtmmd 3.371e+44 8.41  8.41  2.526e+38 0.000278  12579 
triHPacyl.tmpmpmmppd 1.958e+43 6.71  6.71  2.518e+38 0.000277  12580 
triHPacyl.ttptmtpppd 1.615e+44 7.97  7.97  2.509e+38 0.000276  12581 
triHPacyl.tpmmmtpmmd 8.899e+43 7.63  7.63  2.470e+38 0.000271  12582 
triHPacyl.tmmtmmpppd 1.940e+44 8.10  8.10  2.457e+38 0.00027   12583 
triHPacyl.tmmpmmppmd 1.214e+44 7.82  7.82  2.455e+38 0.00027   12584 
triHPacyl.tmttptpppd 5.458e+44 8.71  8.71  2.452e+38 0.000269  12585 
triHPacyl.tttpmmpppd 2.750e+44 8.31  8.31  2.441e+38 0.000268  12586 
triHPacyl.pmmpmtmmmd 1.760e+43 6.67  6.67  2.431e+38 0.000267  12587 
triHPacyl.tpptmttpmd 2.678e+44 8.30  8.30  2.426e+38 0.000267  12588 
triHPacyl.mpmtptmppd 7.002e+43 7.50  7.50  2.414e+38 0.000265  12589 
triHPacyl.pmttmmmpmd 8.535e+43 7.62  7.62  2.403e+38 0.000264  12590 
triHPacyl.tmmpmmtmpd 8.357e+43 7.61  7.61  2.398e+38 0.000263  12591 
triHPacyl.tpttmmmmpd 9.702e+43 7.70  7.70  2.391e+38 0.000263  12592 
triHPacyl.pttmpmmmmd 2.244e+43 6.84  6.84  2.334e+38 0.000256  12593 
triHPacyl.mptmmtpmpd 1.237e+44 7.86  7.86  2.324e+38 0.000255  12594 
triHPacyl.tmttptmppd 5.602e+44 8.76  8.76  2.319e+38 0.000255  12595 
triHPacyl.mpmmpmpppd 3.249e+43 7.07  7.07  2.313e+38 0.000254  12596 
triHPacyl.tpptmtmpmd 8.481e+43 7.64  7.64  2.311e+38 0.000254  12597 
triHPacyl.tmptmmtppd 1.167e+44 7.84  7.84  2.282e+38 0.000251  12598 
triHPacyl.mmpmppmmmd 2.195e+43 6.84  6.84  2.270e+38 0.000249  12599 
triHPacyl.mtpmpmtmmd 1.341e+44 7.92  7.92  2.262e+38 0.000249  12600 
triHPacyl.tpmpptpmmd 3.860e+43 7.18  7.18  2.255e+38 0.000248  12601 
triHPacyl.tpttmtpppd 6.280e+44 8.85  8.85  2.254e+38 0.000248  12602 
triHPacyl.ttmtptpmmd 2.150e+44 8.21  8.21  2.254e+38 0.000248  12603 
triHPacyl.tttppmpmmd 8.639e+43 7.67  7.67  2.244e+38 0.000247  12604 
triHPacyl.ttttmmmmpd 1.217e+44 7.87  7.87  2.240e+38 0.000246  12605 
triHPacyl.mpppmtpmmd 9.822e+43 7.75  7.75  2.239e+38 0.000246  12606 
triHPacyl.ptmtmttppd 3.314e+44 8.47  8.47  2.235e+38 0.000246  12607 
triHPacyl.ppmtpmmmmd 3.710e+44 8.54  8.54  2.235e+38 0.000246  12608 
triHPacyl.pmmtpttppd 3.139e+44 8.44  8.44  2.225e+38 0.000244  12609 
triHPacyl.pttmpttpmd 6.910e+43 7.54  7.54  2.217e+38 0.000244  12610 
triHPacyl.mmttpmmmpd 1.099e+44 7.82  7.82  2.210e+38 0.000243  12611 
triHPacyl.ttttmttppd 9.010e+43 7.70  7.70  2.209e+38 0.000243  12612 
triHPacyl.mttpmmpmmd 8.933e+43 7.70  7.70  2.204e+38 0.000242  12613 
triHPacyl.ppmtmmmppd 1.364e+44 7.95  7.95  2.194e+38 0.000241  12614 
triHPacyl.pmptmmtppd 1.118e+44 7.84  7.84  2.188e+38 0.00024   12615 
triHPacyl.tmmmpmtmpd 1.307e+44 7.93  7.93  2.186e+38 0.00024   12616 
triHPacyl.tptmmttmmd 1.002e+45 9.14  9.14  2.185e+38 0.00024   12617 
triHPacyl.ptppmmtmmd 3.999e+43 7.22  7.22  2.184e+38 0.00024   12618 
triHPacyl.tttmmtpppd 1.038e+44 7.79  7.79  2.181e+38 0.00024   12619 
triHPacyl.mttpmmmmmd 5.068e+43 7.37  7.37  2.156e+38 0.000237  12620 
triHPacyl.mmtppmpppd 3.185e+44 8.47  8.47  2.151e+38 0.000236  12621 
triHPacyl.mptpptpmmd 2.059e+44 8.21  8.21  2.147e+38 0.000236  12622 
triHPacyl.pmppmttmpd 8.711e+43 7.70  7.70  2.145e+38 0.000236  12623 
triHPacyl.mmpppptmpd 1.956e+44 8.18  8.18  2.143e+38 0.000235  12624 
triHPacyl.ptttmtmmpd 8.469e+43 7.68  7.68  2.141e+38 0.000235  12625 
triHPacyl.ttptmmtmmd 1.233e+44 7.91  7.91  2.136e+38 0.000235  12626 
triHPacyl.mpmmppmmpd 6.761e+43 7.55  7.55  2.135e+38 0.000235  12627 
triHPacyl.mpmmpmpmmd 1.016e+44 7.79  7.79  2.132e+38 0.000234  12628 
triHPacyl.ptmmpptppd 5.125e+44 8.76  8.76  2.128e+38 0.000234  12629 
triHPacyl.mmtmptpmpd 4.191e+43 7.27  7.27  2.127e+38 0.000234  12630 
triHPacyl.tpttmtppmd 6.066e+44 8.87  8.87  2.098e+38 0.000231  12631 
triHPacyl.tpmtptmppd 9.034e+43 7.74  7.74  2.079e+38 0.000228  12632 
triHPacyl.tpptmmmmmd 7.641e+43 7.64  7.64  2.077e+38 0.000228  12633 
triHPacyl.pptmmtmpmd 1.448e+44 8.02  8.02  2.077e+38 0.000228  12634 
triHPacyl.mmmmmttmmd 2.602e+44 8.37  8.37  2.068e+38 0.000227  12635 
triHPacyl.ppttmppppd 2.500e+44 8.35  8.35  2.065e+38 0.000227  12636 
triHPacyl.pmmtpppmpd 1.057e+44 7.84  7.84  2.060e+38 0.000226  12637 
triHPacyl.ppptppmppd 9.457e+43 7.77  7.77  2.058e+38 0.000226  12638 
triHPacyl.mtppmmtmmd 1.135e+44 7.88  7.88  2.047e+38 0.000225  12639 
triHPacyl.mmmtmpmpmd 3.422e+43 7.17  7.17  2.044e+38 0.000225  12640 
triHPacyl.mmmpppmpmd 5.175e+43 7.42  7.42  2.030e+38 0.000223  12641 
triHPacyl.tmttmmtmmd 2.723e+45 9.78  9.78  2.029e+38 0.000223  12642 
triHPacyl.pmtpmmpmpd 9.205e+43 7.77  7.77  2.027e+38 0.000223  12643 
triHPacyl.tmtmmtpmmd 7.631e+44 9.03  9.03  2.020e+38 0.000222  12644 
triHPacyl.pmmmmttmmd 3.226e+43 7.14  7.14  2.020e+38 0.000222  12645 
triHPacyl.pttpmmppmd 3.080e+44 8.49  8.49  2.018e+38 0.000222  12646 
triHPacyl.pmmmmmpmmd 1.056e+44 7.85  7.85  2.016e+38 0.000222  12647 
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triHPacyl.mtmpptpmmd 2.122e+43 6.90  6.90  2.007e+38 0.000221  12648 
triHPacyl.tptmptpppd 1.125e+44 7.89  7.89  2.002e+38 0.00022   12649 
triHPacyl.ppttpptmmd 4.875e+44 8.77  8.77  1.994e+38 0.000219  12650 
triHPacyl.tpttpttpmd 4.355e+44 8.70  8.70  1.990e+38 0.000219  12651 
triHPacyl.tmmpmtpppd 6.680e+43 7.59  7.59  1.983e+38 0.000218  12652 
triHPacyl.tpmtmmppmd 1.067e+44 7.87  7.87  1.968e+38 0.000216  12653 
triHPacyl.pmptpmtppd 1.517e+43 6.71  6.71  1.964e+38 0.000216  12654 
triHPacyl.ppmtmmmmmd 1.128e+44 7.91  7.91  1.960e+38 0.000215  12655 
triHPacyl.mttmptpppd 5.367e+43 7.47  7.47  1.943e+38 0.000213  12656 
triHPacyl.mtmmmttmmd 2.593e+44 8.41  8.41  1.939e+38 0.000213  12657 
triHPacyl.ttptmmtpmd 2.821e+44 8.46  8.46  1.933e+38 0.000212  12658 
triHPacyl.mtttptpppd 1.401e+44 8.05  8.05  1.924e+38 0.000211  12659 
triHPacyl.tpmpmtmppd 5.888e+43 7.53  7.53  1.913e+38 0.00021   12660 
triHPacyl.pmmtmmpmmd 3.570e+43 7.24  7.24  1.910e+38 0.00021   12661 
triHPacyl.mmppptpmmd 1.109e+43 6.54  6.54  1.910e+38 0.00021   12662 
triHPacyl.tmtmpmmppd 1.133e+44 7.93  7.93  1.884e+38 0.000207  12663 
triHPacyl.mmmtmtppmd 5.524e+43 7.51  7.51  1.881e+38 0.000207  12664 
triHPacyl.pmmtpttmmd 4.749e+43 7.42  7.42  1.868e+38 0.000205  12665 
triHPacyl.pttpptmmpd 6.751e+43 7.63  7.63  1.859e+38 0.000204  12666 
triHPacyl.mmmtppmmmd 3.895e+43 7.31  7.31  1.852e+38 0.000203  12667 
triHPacyl.mmtmppmppd 2.047e+44 8.30  8.30  1.851e+38 0.000203  12668 
triHPacyl.tpptmmtmpd 2.940e+44 8.51  8.51  1.847e+38 0.000203  12669 
triHPacyl.ttttmmtppd 7.462e+43 7.70  7.70  1.844e+38 0.000203  12670 
triHPacyl.pmtpmmpppd 2.319e+44 8.37  8.37  1.844e+38 0.000203  12671 
triHPacyl.tmtppmmppd 4.890e+44 8.82  8.82  1.837e+38 0.000202  12672 
triHPacyl.tmpmpptppd 1.271e+44 8.02  8.02  1.826e+38 0.000201  12673 
triHPacyl.tttmmmpppd 8.457e+43 7.78  7.78  1.826e+38 0.000201  12674 
triHPacyl.mtptptmpmd 2.133e+44 8.33  8.33  1.823e+38 0.0002    12675 
triHPacyl.mtpmpmpppd 3.467e+43 7.25  7.25  1.817e+38 0.0002    12676 
triHPacyl.mpppmttppd 7.890e+43 7.74  7.74  1.814e+38 0.000199  12677 
triHPacyl.mtttptppmd 1.777e+44 8.23  8.23  1.808e+38 0.000199  12678 
triHPacyl.pmmtpmtppd 2.639e+44 8.46  8.46  1.801e+38 0.000198  12679 
triHPacyl.ttmmpttmmd 2.013e+44 8.30  8.30  1.796e+38 0.000197  12680 
triHPacyl.tpttmmmpmd 9.404e+43 7.85  7.85  1.787e+38 0.000196  12681 
triHPacyl.ptmtmttpmd 4.374e+44 8.77  8.77  1.787e+38 0.000196  12682 
triHPacyl.ptpmmpmppd 1.369e+43 6.71  6.71  1.780e+38 0.000196  12683 
triHPacyl.ppptmpppmd 1.095e+44 7.95  7.95  1.779e+38 0.000195  12684 
triHPacyl.pttpppmmpd 7.210e+43 7.70  7.70  1.779e+38 0.000195  12685 
triHPacyl.mmpppmpmpd 2.478e+43 7.06  7.06  1.776e+38 0.000195  12686 
triHPacyl.ptppptpmpd 2.879e+43 7.15  7.15  1.769e+38 0.000194  12687 
triHPacyl.pmmtpptpmd 1.153e+44 7.98  7.98  1.769e+38 0.000194  12688 
triHPacyl.ttmtpmmpmd 1.486e+44 8.13  8.13  1.764e+38 0.000194  12689 
triHPacyl.mtmpmtmppd 4.730e+43 7.45  7.45  1.763e+38 0.000194  12690 
triHPacyl.ptmmpttppd 5.211e+44 8.88  8.88  1.757e+38 0.000193  12691 
triHPacyl.tmmpmmpmmd 1.053e+44 7.94  7.94  1.732e+38 0.00019   12692 
triHPacyl.pttmpptpmd 5.226e+43 7.52  7.52  1.729e+38 0.00019   12693 
triHPacyl.tmptmtmmmd 1.001e+44 7.91  7.91  1.728e+38 0.00019   12694 
triHPacyl.pmmtpmppmd 1.995e+43 6.95  6.95  1.722e+38 0.000189  12695 
triHPacyl.pmttmtpmpd 1.131e+44 7.99  7.99  1.709e+38 0.000188  12696 
triHPacyl.pttmmtpppd 7.210e+43 7.72  7.72  1.707e+38 0.000188  12697 
triHPacyl.mttpmmmpmd 6.801e+43 7.69  7.69  1.705e+38 0.000187  12698 
triHPacyl.ptptmttppd 3.559e+43 7.30  7.30  1.701e+38 0.000187  12699 
triHPacyl.ppmmpptmmd 1.610e+44 8.21  8.21  1.692e+38 0.000186  12700 
triHPacyl.ppttmmpmpd 3.563e+44 8.68  8.68  1.682e+38 0.000185  12701 
triHPacyl.pmmtpmmmpd 1.452e+44 8.15  8.15  1.681e+38 0.000185  12702 
triHPacyl.ptppmttmmd 3.128e+43 7.24  7.24  1.663e+38 0.000183  12703 
triHPacyl.pmtpmttmmd 1.475e+44 8.18  8.18  1.632e+38 0.000179  12704 
triHPacyl.mmptptmmmd 4.236e+43 7.43  7.43  1.629e+38 0.000179  12705 
triHPacyl.ptttmtpppd 2.077e+44 8.38  8.38  1.629e+38 0.000179  12706 
triHPacyl.mtptpttppd 1.587e+43 6.85  6.85  1.621e+38 0.000178  12707 
triHPacyl.tmttppmmmd 4.714e+44 8.88  8.88  1.611e+38 0.000177  12708 
triHPacyl.mmmmpmtppd 7.415e+43 7.78  7.78  1.604e+38 0.000176  12709 
triHPacyl.mmmpptppmd 4.838e+43 7.52  7.52  1.599e+38 0.000176  12710 
triHPacyl.mptpptmppd 2.313e+43 7.09  7.09  1.592e+38 0.000175  12711 
triHPacyl.ppttmpppmd 3.245e+44 8.67  8.67  1.579e+38 0.000173  12712 
triHPacyl.tptmmmmpmd 8.893e+43 7.89  7.89  1.578e+38 0.000173  12713 
triHPacyl.pmmtpmtpmd 3.207e+43 7.29  7.29  1.566e+38 0.000172  12714 
triHPacyl.mptmmmmmpd 7.581e+43 7.81  7.81  1.562e+38 0.000172  12715 
triHPacyl.tttppmmpmd 8.009e+43 7.84  7.84  1.559e+38 0.000171  12716 
triHPacyl.pmmtptpmpd 2.550e+44 8.53  8.53  1.557e+38 0.000171  12717 
triHPacyl.tpptmtmppd 2.223e+44 8.45  8.45  1.556e+38 0.000171  12718 
triHPacyl.ttpppmtmmd 1.544e+44 8.23  8.23  1.553e+38 0.000171  12719 
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triHPacyl.mmmmmmtppd 1.266e+44 8.12  8.12  1.548e+38 0.00017   12720 
triHPacyl.mtmmpmmmpd 8.947e+43 7.91  7.91  1.540e+38 0.000169  12721 
triHPacyl.tptppptpmd 1.102e+44 8.04  8.04  1.538e+38 0.000169  12722 
triHPacyl.tpptmtpppd 5.941e+44 9.04  9.04  1.534e+38 0.000169  12723 
triHPacyl.tpmmmttmmd 4.220e+44 8.84  8.84  1.530e+38 0.000168  12724 
triHPacyl.mptpmttpmd 5.314e+43 7.61  7.61  1.527e+38 0.000168  12725 
triHPacyl.tppmmttmmd 3.067e+44 8.65  8.65  1.523e+38 0.000167  12726 
triHPacyl.tpmmpptmpd 1.387e+44 8.18  8.18  1.516e+38 0.000167  12727 
triHPacyl.tptpptppmd 6.604e+44 9.12  9.12  1.504e+38 0.000165  12728 
triHPacyl.tttmptmmmd 5.178e+43 7.60  7.60  1.501e+38 0.000165  12729 
triHPacyl.pptmpptmmd 1.164e+44 8.09  8.09  1.498e+38 0.000165  12730 
triHPacyl.mtmtmmpmpd 2.498e+44 8.54  8.54  1.491e+38 0.000164  12731 
triHPacyl.pmttmmmmpd 7.168e+43 7.80  7.80  1.487e+38 0.000163  12732 
triHPacyl.tmmtptmppd 2.188e+44 8.47  8.47  1.484e+38 0.000163  12733 
triHPacyl.ptppmttppd 4.106e+43 7.47  7.47  1.480e+38 0.000163  12734 
triHPacyl.pmttmtppmd 5.710e+44 9.04  9.04  1.478e+38 0.000162  12735 
triHPacyl.mmmmpmtmmd 2.059e+44 8.44  8.44  1.474e+38 0.000162  12736 
triHPacyl.ptmmmmtmmd 3.257e+44 8.71  8.71  1.461e+38 0.00016   12737 
triHPacyl.ppmpptpmpd 1.199e+44 8.12  8.12  1.460e+38 0.00016   12738 
triHPacyl.ppppptmppd 3.940e+43 7.46  7.46  1.458e+38 0.00016   12739 
triHPacyl.ttpppmmmmd 2.016e+43 7.06  7.06  1.451e+38 0.000159  12740 
triHPacyl.tmptmttppd 1.662e+44 8.32  8.32  1.447e+38 0.000159  12741 
triHPacyl.pmtmmtpppd 5.117e+43 7.62  7.62  1.441e+38 0.000158  12742 
triHPacyl.mpmmptmmmd 2.092e+44 8.46  8.46  1.440e+38 0.000158  12743 
triHPacyl.tpptmtmmmd 1.420e+44 8.23  8.23  1.435e+38 0.000158  12744 
triHPacyl.mtpppmmmpd 7.020e+43 7.81  7.81  1.429e+38 0.000157  12745 
triHPacyl.mmmpmttpmd 8.843e+43 7.95  7.95  1.422e+38 0.000156  12746 
triHPacyl.ttttptpmpd 3.955e+44 8.85  8.85  1.421e+38 0.000156  12747 
triHPacyl.mtttpttpmd 9.792e+43 8.01  8.01  1.421e+38 0.000156  12748 
triHPacyl.ttttmtmmpd 8.133e+43 7.90  7.90  1.421e+38 0.000156  12749 
triHPacyl.mmtpmttmmd 8.320e+43 7.92  7.92  1.416e+38 0.000156  12750 
triHPacyl.tmppptmpmd 1.235e+44 8.16  8.16  1.415e+38 0.000156  12751 
triHPacyl.tmpppttmmd 9.223e+43 7.98  7.98  1.406e+38 0.000155  12752 
triHPacyl.pttpmtpmmd 2.102e+44 8.48  8.48  1.395e+38 0.000153  12753 
triHPacyl.ppmtppmmpd 2.531e+44 8.59  8.59  1.395e+38 0.000153  12754 
triHPacyl.tpppptmmpd 9.527e+43 8.01  8.01  1.394e+38 0.000153  12755 
triHPacyl.mtmtmmmpmd 8.924e+43 7.97  7.97  1.386e+38 0.000152  12756 
triHPacyl.ttttptmpmd 1.448e+44 8.26  8.26  1.384e+38 0.000152  12757 
triHPacyl.mtmtptmmmd 1.411e+43 6.88  6.88  1.375e+38 0.000151  12758 
triHPacyl.pmmtptpppd 1.912e+44 8.44  8.44  1.357e+38 0.000149  12759 
triHPacyl.mmptpmtmmd 2.859e+44 8.68  8.68  1.353e+38 0.000149  12760 
triHPacyl.pmptmmmmpd 6.878e+43 7.84  7.84  1.338e+38 0.000147  12761 
triHPacyl.pmmtpppmmd 1.291e+43 6.84  6.84  1.338e+38 0.000147  12762 
triHPacyl.tpttmmpppd 3.521e+44 8.82  8.82  1.331e+38 0.000146  12763 
triHPacyl.mmtmmttmpd 1.450e+44 8.29  8.29  1.321e+38 0.000145  12764 
triHPacyl.mtttpmmmpd 2.375e+44 8.59  8.59  1.319e+38 0.000145  12765 
triHPacyl.tmppmtpmpd 3.718e+43 7.48  7.48  1.317e+38 0.000145  12766 
triHPacyl.mpmmpmtmmd 2.097e+44 8.52  8.52  1.308e+38 0.000144  12767 
triHPacyl.mmmpmtmppd 6.606e+43 7.83  7.83  1.307e+38 0.000144  12768 
triHPacyl.pmmppttpmd 7.392e+43 7.90  7.90  1.291e+38 0.000142  12769 
triHPacyl.ttpppmmpmd 4.052e+43 7.55  7.55  1.282e+38 0.000141  12770 
triHPacyl.tmmtppmpmd 3.375e+43 7.44  7.44  1.273e+38 0.00014   12771 
triHPacyl.tmptmmmmmd 6.469e+43 7.84  7.84  1.268e+38 0.000139  12772 
triHPacyl.ptptmpmpmd 5.307e+43 7.72  7.72  1.256e+38 0.000138  12773 
triHPacyl.mtptpmmmpd 5.739e+43 7.77  7.77  1.255e+38 0.000138  12774 
triHPacyl.mttmmtmpmd 6.121e+43 7.81  7.81  1.254e+38 0.000138  12775 
triHPacyl.tptpmmppmd 9.776e+43 8.09  8.09  1.245e+38 0.000137  12776 
triHPacyl.mmtpmppppd 5.181e+44 9.09  9.09  1.242e+38 0.000136  12777 
triHPacyl.mmtmptpppd 1.141e+44 8.19  8.19  1.240e+38 0.000136  12778 
triHPacyl.mpmtpmpmpd 1.985e+44 8.52  8.52  1.227e+38 0.000135  12779 
triHPacyl.pmttmmtpmd 1.505e+44 8.36  8.36  1.220e+38 0.000134  12780 
triHPacyl.mmttmttppd 1.421e+44 8.33  8.33  1.217e+38 0.000134  12781 
triHPacyl.ttppmptmpd 9.061e+43 8.06  8.06  1.215e+38 0.000134  12782 
triHPacyl.mttmmtmmmd 5.347e+43 7.75  7.75  1.211e+38 0.000133  12783 
triHPacyl.ppmmmtpppd 6.025e+43 7.82  7.82  1.207e+38 0.000133  12784 
triHPacyl.mtpppttppd 2.196e+43 7.22  7.22  1.206e+38 0.000133  12785 
triHPacyl.mmtmpmtmpd 1.705e+44 8.44  8.44  1.203e+38 0.000132  12786 
triHPacyl.tptpptpppd 4.030e+44 8.96  8.96  1.203e+38 0.000132  12787 
triHPacyl.mmtpmmmppd 4.033e+44 8.96  8.96  1.200e+38 0.000132  12788 
triHPacyl.ttppmmtmpd 8.994e+43 8.06  8.06  1.200e+38 0.000132  12789 
triHPacyl.ttmtpmpmpd 2.477e+44 8.67  8.67  1.196e+38 0.000131  12790 
triHPacyl.ttptptpmmd 2.171e+44 8.59  8.59  1.192e+38 0.000131  12791 
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triHPacyl.mttpmttmmd 7.442e+43 7.96  7.96  1.191e+38 0.000131  12792 
triHPacyl.tmptmtpmmd 5.205e+43 7.74  7.74  1.189e+38 0.000131  12793 
triHPacyl.tptppmpmmd 2.469e+44 8.67  8.67  1.188e+38 0.000131  12794 
triHPacyl.tppmmmtmmd 1.996e+44 8.55  8.55  1.179e+38 0.00013   12795 
triHPacyl.tpmppttmmd 7.321e+43 7.95  7.95  1.177e+38 0.000129  12796 
triHPacyl.pmptmmtmmd 2.707e+44 8.74  8.74  1.166e+38 0.000128  12797 
triHPacyl.ptmtmtmmmd 2.675e+43 7.36  7.36  1.165e+38 0.000128  12798 
triHPacyl.mmmmmmpppd 1.018e+44 8.16  8.16  1.152e+38 0.000127  12799 
triHPacyl.ttmtmtpppd 8.691e+44 9.44  9.44  1.152e+38 0.000127  12800 
triHPacyl.mmppptmmpd 3.436e+43 7.52  7.52  1.150e+38 0.000126  12801 
triHPacyl.pmttmtpmmd 1.354e+44 8.34  8.34  1.145e+38 0.000126  12802 
triHPacyl.mmmmmmtmpd 2.248e+44 8.64  8.64  1.143e+38 0.000126  12803 
triHPacyl.mmtmmpmmmd 6.141e+43 7.87  7.87  1.140e+38 0.000125  12804 
triHPacyl.pmmppmtpmd 1.281e+44 8.31  8.31  1.139e+38 0.000125  12805 
triHPacyl.tptmpmmppd 4.695e+43 7.71  7.71  1.137e+38 0.000125  12806 
triHPacyl.pmttmtpppd 6.456e+44 9.27  9.27  1.136e+38 0.000125  12807 
triHPacyl.tpttptmppd 1.274e+44 8.31  8.31  1.134e+38 0.000125  12808 
triHPacyl.mmtppmtmmd 7.921e+43 8.02  8.02  1.132e+38 0.000124  12809 
triHPacyl.pmppmtmppd 3.724e+43 7.58  7.58  1.127e+38 0.000124  12810 
triHPacyl.mptpmttmmd 4.972e+43 7.75  7.75  1.122e+38 0.000123  12811 
triHPacyl.tttppttmmd 6.599e+43 7.92  7.92  1.121e+38 0.000123  12812 
triHPacyl.ttmppmmpmd 4.611e+43 7.71  7.71  1.110e+38 0.000122  12813 
triHPacyl.mtpmmmmmpd 2.184e+43 7.27  7.27  1.103e+38 0.000121  12814 
triHPacyl.mtmmpmtppd 8.151e+44 9.43  9.43  1.102e+38 0.000121  12815 
triHPacyl.mpmmpmmppd 2.229e+43 7.28  7.28  1.100e+38 0.000121  12816 
triHPacyl.ptttmmmmmd 8.003e+43 8.05  8.05  1.092e+38 0.00012   12817 
triHPacyl.pmttptpmpd 1.636e+44 8.48  8.48  1.088e+38 0.00012   12818 
triHPacyl.mmptpmmpmd 1.070e+44 8.23  8.23  1.083e+38 0.000119  12819 
triHPacyl.ttptmmmmmd 7.627e+43 8.04  8.04  1.067e+38 0.000117  12820 
triHPacyl.pmmtpttmpd 2.752e+44 8.80  8.80  1.063e+38 0.000117  12821 
triHPacyl.tmtmpmtmpd 2.853e+44 8.83  8.83  1.059e+38 0.000116  12822 
triHPacyl.tmmppmppmd 4.303e+43 7.70  7.70  1.058e+38 0.000116  12823 
triHPacyl.mmtpmtmmpd 8.256e+43 8.09  8.09  1.056e+38 0.000116  12824 
triHPacyl.mmmmpmpmpd 3.016e+43 7.49  7.49  1.051e+38 0.000116  12825 
triHPacyl.tmtmptmpmd 5.392e+44 9.21  9.21  1.049e+38 0.000115  12826 
triHPacyl.mptmmtmmmd 7.041e+43 8.00  8.00  1.046e+38 0.000115  12827 
triHPacyl.mmttptppmd 3.395e+44 8.94  8.94  1.045e+38 0.000115  12828 
triHPacyl.mmtpmmmmmd 6.785e+43 7.98  7.98  1.036e+38 0.000114  12829 
triHPacyl.pmpmptmppd 3.233e+43 7.55  7.55  1.024e+38 0.000113  12830 
triHPacyl.tmptmmpmpd 4.245e+43 7.71  7.71  1.021e+38 0.000112  12831 
triHPacyl.mmptptppmd 1.388e+44 8.42  8.42  1.021e+38 0.000112  12832 
triHPacyl.mmmtmmmppd 2.620e+44 8.81  8.81  1.008e+38 0.000111  12833 
triHPacyl.ttpppttmmd 4.808e+43 7.80  7.80  1.004e+38 0.00011   12834 
triHPacyl.mtttpmpppd 2.608e+44 8.81  8.81  1.004e+38 0.00011   12835 
triHPacyl.tmtppmmpmd 7.722e+43 8.08  8.08  9.965e+37 0.00011   12836 
triHPacyl.mmppmtmppd 2.593e+43 7.44  7.44  9.893e+37 0.000109  12837 
triHPacyl.pmtppptmpd 1.815e+44 8.60  8.60  9.787e+37 0.000108  12838 
triHPacyl.mtpppmtppd 3.325e+43 7.60  7.60  9.718e+37 0.000107  12839 
triHPacyl.mppppmmpmd 1.639e+44 8.55  8.55  9.645e+37 0.000106  12840 
triHPacyl.mmttmmtpmd 2.495e+44 8.81  8.81  9.581e+37 0.000105  12841 
triHPacyl.ppmtpptppd 1.362e+45 9.83  9.83  9.468e+37 0.000104  12842 
triHPacyl.tpptmtppmd 5.328e+44 9.27  9.27  9.451e+37 0.000104  12843 
triHPacyl.mmppmmmpmd 1.958e+43 7.30  7.30  9.451e+37 0.000104  12844 
triHPacyl.tppmptpmmd 7.374e+43 8.09  8.09  9.450e+37 0.000104  12845 
triHPacyl.tpmmpmmpmd 6.460e+43 8.01  8.01  9.411e+37 0.000103  12846 
triHPacyl.mmpppmtmpd 2.300e+44 8.77  8.77  9.393e+37 0.000103  12847 
triHPacyl.mmttptpppd 3.684e+44 9.05  9.05  9.386e+37 0.000103  12848 
triHPacyl.tmttptmpmd 6.653e+44 9.40  9.40  9.369e+37 0.000103  12849 
triHPacyl.tptppmmmmd 7.641e+43 8.12  8.12  9.322e+37 0.000102  12850 
triHPacyl.pmmppmmmpd 1.940e+43 7.30  7.30  9.305e+37 0.000102  12851 
triHPacyl.mptmmmpmpd 1.424e+44 8.49  8.49  9.289e+37 0.000102  12852 
triHPacyl.mmttmtmppd 2.869e+44 8.91  8.91  9.284e+37 0.000102  12853 
triHPacyl.tmttppmmpd 7.794e+44 9.51  9.51  9.269e+37 0.000102  12854 
triHPacyl.ttppmtpmpd 3.849e+43 7.72  7.72  9.179e+37 0.000101  12855 
triHPacyl.tppppttmpd 4.090e+44 9.13  9.13  9.146e+37 0.0001    12856 
triHPacyl.ptmtmtpppd 2.305e+44 8.79  8.79  9.098e+37 0.0001    12857 
triHPacyl.ttptmmtppd 1.468e+44 8.52  8.52  9.089e+37 9.99e-05  12858 
triHPacyl.tmtppmtmmd 1.461e+44 8.52  8.52  9.028e+37 9.92e-05  12859 
triHPacyl.pmttpppmpd 9.476e+43 8.27  8.27  8.886e+37 9.76e-05  12860 
triHPacyl.tpptptpmpd 4.721e+44 9.24  9.24  8.824e+37 9.7e-05   12861 
triHPacyl.ptttmtppmd 1.911e+44 8.70  8.70  8.806e+37 9.68e-05  12862 
triHPacyl.ptmtpptppd 5.654e+44 9.35  9.35  8.732e+37 9.59e-05  12863 
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triHPacyl.tpttptmmmd 1.899e+44 8.70  8.70  8.716e+37 9.58e-05  12864 
triHPacyl.mmtpptpmmd 3.541e+43 7.70  7.70  8.702e+37 9.56e-05  12865 
triHPacyl.ppmppmpmpd 4.848e+43 7.89  7.89  8.671e+37 9.53e-05  12866 
triHPacyl.tmttpmtppd 2.680e+44 8.91  8.91  8.642e+37 9.5e-05   12867 
triHPacyl.pmptptmpmd 2.958e+43 7.60  7.60  8.542e+37 9.39e-05  12868 
triHPacyl.mttpmmtpmd 6.770e+43 8.10  8.10  8.483e+37 9.32e-05  12869 
triHPacyl.pmptmttmpd 2.544e+44 8.89  8.89  8.458e+37 9.29e-05  12870 
triHPacyl.mptmpmpmpd 3.540e+44 9.09  9.09  8.442e+37 9.28e-05  12871 
triHPacyl.tmmtpttpmd 9.331e+44 9.67  9.67  8.438e+37 9.27e-05  12872 
triHPacyl.pmmpmmmpmd 7.420e+43 8.16  8.16  8.436e+37 9.27e-05  12873 
triHPacyl.mtppmttmmd 4.344e+43 7.84  7.84  8.419e+37 9.25e-05  12874 
triHPacyl.pmmppttmmd 9.035e+43 8.28  8.28  8.399e+37 9.23e-05  12875 
triHPacyl.tmptmmpmmd 4.325e+43 7.84  7.84  8.360e+37 9.19e-05  12876 
triHPacyl.tttmpmmmpd 4.190e+43 7.83  7.83  8.325e+37 9.15e-05  12877 
triHPacyl.ptpppmmmpd 1.511e+43 7.22  7.22  8.305e+37 9.13e-05  12878 
triHPacyl.tpmtmtpmpd 2.196e+44 8.82  8.82  8.305e+37 9.13e-05  12879 
triHPacyl.mpppmmtppd 1.293e+44 8.50  8.50  8.268e+37 9.08e-05  12880 
triHPacyl.mpppmmpmmd 1.290e+44 8.50  8.50  8.267e+37 9.08e-05  12881 
triHPacyl.pmppmtpmpd 9.611e+43 8.33  8.33  8.250e+37 9.07e-05  12882 
triHPacyl.mmpmmtpmpd 1.412e+43 7.18  7.18  8.239e+37 9.05e-05  12883 
triHPacyl.tmttmmtmpd 3.293e+44 9.06  9.06  8.212e+37 9.02e-05  12884 
triHPacyl.mtptppmpmd 1.201e+44 8.47  8.47  8.143e+37 8.95e-05  12885 
triHPacyl.mmppptmppd 3.428e+43 7.72  7.72  8.142e+37 8.95e-05  12886 
triHPacyl.pmptpmpmpd 6.178e+43 8.07  8.07  8.131e+37 8.93e-05  12887 
triHPacyl.mmttpmtppd 1.797e+44 8.72  8.72  8.038e+37 8.83e-05  12888 
triHPacyl.ttpmpmmmpd 2.112e+43 7.44  7.44  8.035e+37 8.83e-05  12889 
triHPacyl.tpmmmmtmmd 2.244e+44 8.85  8.85  8.018e+37 8.81e-05  12890 
triHPacyl.pmppmtpppd 1.329e+44 8.54  8.54  8.010e+37 8.8e-05   12891 
triHPacyl.ppmmpptpmd 2.774e+44 8.98  8.98  7.987e+37 8.78e-05  12892 
triHPacyl.pmptptpmmd 3.041e+43 7.66  7.66  7.931e+37 8.71e-05  12893 
triHPacyl.tpttptpmpd 3.350e+44 9.10  9.10  7.901e+37 8.68e-05  12894 
triHPacyl.mptpmmtpmd 1.027e+44 8.39  8.39  7.889e+37 8.67e-05  12895 
triHPacyl.tmptpttppd 4.420e+44 9.27  9.27  7.865e+37 8.64e-05  12896 
triHPacyl.mtpmpmtppd 6.527e+43 8.13  8.13  7.846e+37 8.62e-05  12897 
triHPacyl.tmpmmttpmd 5.307e+43 8.01  8.01  7.812e+37 8.58e-05  12898 
triHPacyl.tmpppmppmd 1.406e+44 8.59  8.59  7.783e+37 8.55e-05  12899 
triHPacyl.pmtpmttmpd 1.268e+44 8.53  8.53  7.712e+37 8.47e-05  12900 
triHPacyl.tptmppmmmd 1.784e+44 8.74  8.74  7.711e+37 8.47e-05  12901 
triHPacyl.pmmtpmtmmd 3.118e+43 7.70  7.70  7.710e+37 8.47e-05  12902 
triHPacyl.tmptmtpmpd 2.708e+43 7.62  7.62  7.630e+37 8.38e-05  12903 
triHPacyl.pttmmttmpd 2.168e+44 8.86  8.86  7.628e+37 8.38e-05  12904 
triHPacyl.ttptpppmmd 1.027e+44 8.41  8.41  7.625e+37 8.38e-05  12905 
triHPacyl.tpmpmmmppd 5.502e+43 8.04  8.04  7.616e+37 8.37e-05  12906 
triHPacyl.mptmmttmpd 8.418e+43 8.30  8.30  7.582e+37 8.33e-05  12907 
triHPacyl.tpmtptmpmd 1.120e+44 8.47  8.47  7.544e+37 8.29e-05  12908 
triHPacyl.pmtppttmpd 4.673e+44 9.33  9.33  7.447e+37 8.18e-05  12909 
triHPacyl.ptttmmtppd 1.860e+44 8.78  8.78  7.443e+37 8.18e-05  12910 
triHPacyl.mtttpttppd 1.188e+44 8.52  8.52  7.412e+37 8.14e-05  12911 
triHPacyl.ptmmmmpmmd 3.082e+44 9.09  9.09  7.407e+37 8.14e-05  12912 
triHPacyl.ttpmptmmpd 1.358e+43 7.23  7.23  7.366e+37 8.09e-05  12913 
triHPacyl.pmtmmtpmmd 5.319e+43 8.05  8.05  7.328e+37 8.05e-05  12914 
triHPacyl.ttppptppmd 2.027e+43 7.47  7.47  7.278e+37 8e-05     12915 
triHPacyl.mtmpmmmppd 4.504e+43 7.95  7.95  7.272e+37 7.99e-05  12916 
triHPacyl.mtttmtmpmd 1.102e+44 8.49  8.49  7.235e+37 7.95e-05  12917 
triHPacyl.mptpmmmmmd 7.447e+43 8.25  8.25  7.230e+37 7.94e-05  12918 
triHPacyl.ptppmtmmpd 2.439e+43 7.59  7.59  7.202e+37 7.91e-05  12919 
triHPacyl.mptpmttppd 1.275e+44 8.58  8.58  7.165e+37 7.87e-05  12920 
triHPacyl.ttpmmmmmmd 2.363e+43 7.58  7.58  7.134e+37 7.84e-05  12921 
triHPacyl.ttmtmtppmd 7.053e+44 9.60  9.60  7.120e+37 7.82e-05  12922 
triHPacyl.tmmppmtpmd 7.285e+43 8.25  8.25  7.111e+37 7.81e-05  12923 
triHPacyl.tmtppttmpd 5.062e+44 9.41  9.41  7.072e+37 7.77e-05  12924 
triHPacyl.ttmtpmpmmd 3.785e+44 9.24  9.24  7.044e+37 7.74e-05  12925 
triHPacyl.mtpmptpppd 3.239e+43 7.77  7.77  7.025e+37 7.72e-05  12926 
triHPacyl.mmpmmtmmpd 2.219e+43 7.55  7.55  7.008e+37 7.7e-05   12927 
triHPacyl.pmmmmmpppd 4.119e+43 7.92  7.92  6.995e+37 7.69e-05  12928 
triHPacyl.ttmtmmpppd 3.720e+44 9.23  9.23  6.991e+37 7.68e-05  12929 
triHPacyl.pttpmttmpd 1.584e+44 8.73  8.73  6.942e+37 7.63e-05  12930 
triHPacyl.ptmtmtpmmd 2.265e+45 10.32 10.32 6.923e+37 7.61e-05  12931 
triHPacyl.tpptpttppd 2.891e+44 9.09  9.09  6.908e+37 7.59e-05  12932 
triHPacyl.ppmtpmtpmd 5.580e+44 9.48  9.48  6.887e+37 7.57e-05  12933 
triHPacyl.tpptpttmmd 7.723e+44 9.69  9.69  6.778e+37 7.45e-05  12934 
triHPacyl.tpptmmmpmd 5.923e+43 8.16  8.16  6.756e+37 7.42e-05  12935 
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triHPacyl.tpttpttppd 5.091e+44 9.44  9.44  6.725e+37 7.39e-05  12936 
triHPacyl.mtttmmmppd 1.059e+44 8.51  8.51  6.696e+37 7.36e-05  12937 
triHPacyl.mtppmpppmd 3.359e+43 7.83  7.83  6.687e+37 7.35e-05  12938 
triHPacyl.pmpppmmmpd 1.515e+43 7.35  7.35  6.649e+37 7.31e-05  12939 
triHPacyl.tmppmmpmpd 2.859e+43 7.73  7.73  6.634e+37 7.29e-05  12940 
triHPacyl.tpmmptpmmd 1.060e+44 8.52  8.52  6.584e+37 7.23e-05  12941 
triHPacyl.tmttmttmpd 4.978e+44 9.44  9.44  6.571e+37 7.22e-05  12942 
triHPacyl.mmtppttmpd 2.000e+44 8.90  8.90  6.571e+37 7.22e-05  12943 
triHPacyl.tttppmmmmd 3.809e+43 7.92  7.92  6.515e+37 7.16e-05  12944 
triHPacyl.pmmtpmpppd 1.531e+44 8.75  8.75  6.481e+37 7.12e-05  12945 
triHPacyl.ttptmttmmd 2.666e+44 9.08  9.08  6.438e+37 7.07e-05  12946 
triHPacyl.mmmtpttmmd 2.994e+44 9.15  9.15  6.437e+37 7.07e-05  12947 
triHPacyl.mttmpmpppd 6.344e+43 8.23  8.23  6.410e+37 7.04e-05  12948 
triHPacyl.pmmtpmtmpd 2.421e+44 9.03  9.03  6.389e+37 7.02e-05  12949 
triHPacyl.tmpmmtpmmd 2.761e+43 7.74  7.74  6.364e+37 6.99e-05  12950 
triHPacyl.mmmpmmtpmd 9.015e+43 8.45  8.45  6.343e+37 6.97e-05  12951 
triHPacyl.tttppttppd 1.148e+44 8.59  8.59  6.328e+37 6.95e-05  12952 
triHPacyl.ptpmmmpppd 3.596e+43 7.90  7.90  6.323e+37 6.95e-05  12953 
triHPacyl.pmptptmmmd 5.177e+43 8.12  8.12  6.306e+37 6.93e-05  12954 
triHPacyl.ttpmpmmppd 4.504e+43 8.04  8.04  6.298e+37 6.92e-05  12955 
triHPacyl.mmtppmmpmd 2.017e+44 8.93  8.93  6.266e+37 6.89e-05  12956 
triHPacyl.tpmppttpmd 1.049e+44 8.55  8.55  6.214e+37 6.83e-05  12957 
triHPacyl.pttpmttmmd 8.319e+43 8.41  8.41  6.204e+37 6.82e-05  12958 
triHPacyl.ttmpptpmmd 4.558e+43 8.06  8.06  6.174e+37 6.78e-05  12959 
triHPacyl.mmmpmttmmd 8.657e+43 8.44  8.44  6.115e+37 6.72e-05  12960 
triHPacyl.ppmtpmtmmd 3.108e+44 9.21  9.21  6.030e+37 6.63e-05  12961 
triHPacyl.tpttptpmmd 4.667e+44 9.46  9.46  5.982e+37 6.57e-05  12962 
triHPacyl.tmpmptpmpd 3.905e+43 7.98  7.98  5.979e+37 6.57e-05  12963 
triHPacyl.pmptpppmmd 3.995e+43 8.00  8.00  5.961e+37 6.55e-05  12964 
triHPacyl.pttmptpmmd 1.793e+44 8.89  8.89  5.960e+37 6.55e-05  12965 
triHPacyl.mptppttmmd 5.610e+43 8.20  8.20  5.951e+37 6.54e-05  12966 
triHPacyl.pmmtmpmmmd 3.167e+43 7.87  7.87  5.904e+37 6.49e-05  12967 
triHPacyl.pmtmpppmmd 7.741e+43 8.40  8.40  5.888e+37 6.47e-05  12968 
triHPacyl.tptmpptpmd 2.149e+44 9.01  9.01  5.871e+37 6.45e-05  12969 
triHPacyl.mmmmmmtpmd 3.822e+44 9.36  9.36  5.845e+37 6.42e-05  12970 
triHPacyl.pmmpptmmpd 2.417e+43 7.71  7.71  5.821e+37 6.4e-05   12971 
triHPacyl.pttmpppmmd 1.341e+44 8.73  8.73  5.818e+37 6.39e-05  12972 
triHPacyl.tttpmttmpd 4.076e+44 9.40  9.40  5.802e+37 6.38e-05  12973 
triHPacyl.pmmtmtpmpd 9.839e+43 8.55  8.55  5.793e+37 6.37e-05  12974 
triHPacyl.tpmmpptppd 1.922e+44 8.95  8.95  5.778e+37 6.35e-05  12975 
triHPacyl.mtmtmmpmmd 3.558e+44 9.32  9.32  5.745e+37 6.31e-05  12976 
triHPacyl.mmppmtmmmd 3.466e+43 7.94  7.94  5.719e+37 6.28e-05  12977 
triHPacyl.tptmpppppd 1.127e+44 8.64  8.64  5.682e+37 6.24e-05  12978 
triHPacyl.mtttpmtpmd 1.391e+44 8.77  8.77  5.680e+37 6.24e-05  12979 
triHPacyl.ttmtmtmmmd 3.145e+43 7.89  7.89  5.616e+37 6.17e-05  12980 
triHPacyl.ptttpttpmd 1.139e+44 8.66  8.66  5.607e+37 6.16e-05  12981 
triHPacyl.ppmtpmtmpd 6.754e+44 9.72  9.72  5.602e+37 6.16e-05  12982 
triHPacyl.tpmmpppppd 4.929e+43 8.16  8.16  5.572e+37 6.12e-05  12983 
triHPacyl.tpmpmmpmpd 4.830e+43 8.15  8.15  5.558e+37 6.11e-05  12984 
triHPacyl.mtpmmmmppd 4.176e+43 8.07  8.07  5.557e+37 6.11e-05  12985 
triHPacyl.ptpmmtpppd 4.561e+43 8.12  8.12  5.556e+37 6.11e-05  12986 
triHPacyl.pmpppmtppd 2.908e+43 7.85  7.85  5.550e+37 6.1e-05   12987 
triHPacyl.ptptpmmmpd 7.161e+43 8.40  8.40  5.474e+37 6.02e-05  12988 
triHPacyl.tmptptmmmd 2.105e+44 9.04  9.04  5.462e+37 6e-05     12989 
triHPacyl.tttpptmmpd 6.674e+43 8.36  8.36  5.437e+37 5.97e-05  12990 
triHPacyl.tmtmpppmpd 2.354e+44 9.11  9.11  5.432e+37 5.97e-05  12991 
triHPacyl.pppmmpppmd 1.171e+44 8.70  8.70  5.425e+37 5.96e-05  12992 
triHPacyl.mptppmpmpd 1.015e+44 8.61  8.61  5.420e+37 5.96e-05  12993 
triHPacyl.ptpppmmppd 3.093e+43 7.90  7.90  5.403e+37 5.94e-05  12994 
triHPacyl.mmmpmmmpmd 1.014e+44 8.61  8.61  5.387e+37 5.92e-05  12995 
triHPacyl.tmppppmmpd 4.749e+43 8.16  8.16  5.378e+37 5.91e-05  12996 
triHPacyl.mptpptmpmd 3.453e+43 7.98  7.98  5.343e+37 5.87e-05  12997 
triHPacyl.mmpmmttppd 9.532e+43 8.58  8.58  5.340e+37 5.87e-05  12998 
triHPacyl.tmpmpmtmpd 1.246e+44 8.74  8.74  5.334e+37 5.86e-05  12999 
triHPacyl.tpmpptmppd 1.331e+43 7.41  7.41  5.328e+37 5.85e-05  13000 
triHPacyl.tmmtmppmmd 1.779e+43 7.58  7.58  5.321e+37 5.85e-05  13001 
triHPacyl.ttmppmmppd 6.002e+43 8.31  8.31  5.280e+37 5.8e-05   13002 
triHPacyl.mtpmmtmmpd 1.271e+43 7.39  7.39  5.226e+37 5.74e-05  13003 
triHPacyl.mtttpmppmd 2.380e+44 9.14  9.14  5.201e+37 5.71e-05  13004 
triHPacyl.tppppmpmpd 8.511e+43 8.53  8.53  5.179e+37 5.69e-05  13005 
triHPacyl.ttttpmmppd 1.036e+44 8.65  8.65  5.174e+37 5.69e-05  13006 
triHPacyl.mtmtpttppd 1.327e+45 10.17 10.17 5.171e+37 5.68e-05  13007 
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triHPacyl.tpptmmppmd 2.616e+44 9.20  9.20  5.162e+37 5.67e-05  13008 
triHPacyl.pttmpttppd 7.194e+43 8.44  8.44  5.147e+37 5.66e-05  13009 
triHPacyl.tpttptmpmd 1.676e+44 8.94  8.94  5.106e+37 5.61e-05  13010 
triHPacyl.tmptppmmpd 1.154e+44 8.72  8.72  5.103e+37 5.61e-05  13011 
triHPacyl.pttmpptppd 6.921e+43 8.42  8.42  5.093e+37 5.6e-05   13012 
triHPacyl.ptmtptmmpd 3.029e+44 9.31  9.31  5.013e+37 5.51e-05  13013 
triHPacyl.ptptmmmppd 6.496e+43 8.39  8.39  4.996e+37 5.49e-05  13014 
triHPacyl.tpmpptpmpd 5.058e+43 8.25  8.25  4.975e+37 5.47e-05  13015 
triHPacyl.mtpmmtmppd 3.744e+43 8.07  8.07  4.969e+37 5.46e-05  13016 
triHPacyl.mtmtmmmppd 8.261e+43 8.54  8.54  4.956e+37 5.45e-05  13017 
triHPacyl.tpttmmtmpd 4.113e+44 9.50  9.50  4.927e+37 5.41e-05  13018 
triHPacyl.pmmmmpppmd 4.626e+44 9.58  9.58  4.885e+37 5.37e-05  13019 
triHPacyl.mttmmttmpd 1.401e+44 8.87  8.87  4.812e+37 5.29e-05  13020 
triHPacyl.tpppptpppd 1.426e+44 8.88  8.88  4.804e+37 5.28e-05  13021 
triHPacyl.pmttpppmmd 1.516e+44 8.92  8.92  4.786e+37 5.26e-05  13022 
triHPacyl.tpmtmttmmd 6.607e+44 9.80  9.80  4.766e+37 5.24e-05  13023 
triHPacyl.mptmmttpmd 9.952e+43 8.68  8.68  4.744e+37 5.21e-05  13024 
triHPacyl.mtmtptmmpd 1.671e+44 8.99  8.99  4.697e+37 5.16e-05  13025 
triHPacyl.mttppttmmd 9.374e+43 8.66  8.66  4.637e+37 5.09e-05  13026 
triHPacyl.mmpmmtmmmd 1.114e+44 8.77  8.77  4.587e+37 5.04e-05  13027 
triHPacyl.mtmtptpppd 1.935e+44 9.10  9.10  4.528e+37 4.98e-05  13028 
triHPacyl.tpmmmmppmd 2.104e+44 9.15  9.15  4.522e+37 4.97e-05  13029 
triHPacyl.tpmtmttpmd 1.609e+45 10.37 10.37 4.513e+37 4.96e-05  13030 
triHPacyl.mpppmmmpmd 3.706e+43 8.12  8.12  4.513e+37 4.96e-05  13031 
triHPacyl.ttttmtppmd 1.173e+45 10.19 10.19 4.465e+37 4.91e-05  13032 
triHPacyl.pmtpmmtmmd 5.307e+43 8.34  8.34  4.455e+37 4.89e-05  13033 
triHPacyl.pmttmmpmpd 1.333e+44 8.89  8.89  4.433e+37 4.87e-05  13034 
triHPacyl.mptpmtmpmd 3.346e+43 8.07  8.07  4.407e+37 4.84e-05  13035 
triHPacyl.pmtmptpmmd 8.130e+43 8.60  8.60  4.385e+37 4.82e-05  13036 
triHPacyl.ppppppmppd 4.041e+43 8.19  8.19  4.375e+37 4.81e-05  13037 
triHPacyl.tptppmpmpd 2.641e+44 9.31  9.31  4.361e+37 4.79e-05  13038 
triHPacyl.mmmtmtmmmd 6.120e+43 8.44  8.44  4.334e+37 4.76e-05  13039 
triHPacyl.mmmpmmppmd 5.358e+43 8.36  8.36  4.333e+37 4.76e-05  13040 
triHPacyl.pmptppmpmd 4.157e+43 8.21  8.21  4.314e+37 4.74e-05  13041 
triHPacyl.mtptmtpmmd 4.740e+44 9.67  9.67  4.282e+37 4.71e-05  13042 
triHPacyl.mmtmpmpmpd 5.580e+43 8.40  8.40  4.273e+37 4.7e-05   13043 
triHPacyl.ttpmmmtpmd 8.720e+43 8.66  8.66  4.253e+37 4.67e-05  13044 
triHPacyl.ppmtpptmpd 4.412e+44 9.63  9.63  4.244e+37 4.66e-05  13045 
triHPacyl.mtttpmmmmd 1.203e+44 8.86  8.86  4.242e+37 4.66e-05  13046 
triHPacyl.ptmtmtppmd 2.311e+43 7.87  7.87  4.242e+37 4.66e-05  13047 
triHPacyl.ptptptpmpd 2.302e+43 7.87  7.87  4.241e+37 4.66e-05  13048 
triHPacyl.tpptpmpmmd 3.338e+44 9.47  9.47  4.237e+37 4.66e-05  13049 
triHPacyl.mtttmtpmpd 2.198e+44 9.22  9.22  4.236e+37 4.65e-05  13050 
triHPacyl.pmtmmmtmpd 9.963e+43 8.75  8.75  4.221e+37 4.64e-05  13051 
triHPacyl.ttmtmmppmd 3.479e+44 9.49  9.49  4.217e+37 4.63e-05  13052 
triHPacyl.mmtmmtpppd 9.508e+43 8.72  8.72  4.199e+37 4.61e-05  13053 
triHPacyl.ttttmmpppd 4.036e+44 9.59  9.59  4.186e+37 4.6e-05   13054 
triHPacyl.ptptptmpmd 1.069e+44 8.80  8.80  4.174e+37 4.59e-05  13055 
triHPacyl.ptmtmmtppd 4.302e+44 9.63  9.63  4.130e+37 4.54e-05  13056 
triHPacyl.ptttpptpmd 7.301e+43 8.58  8.58  4.100e+37 4.51e-05  13057 
triHPacyl.mtttmmmpmd 2.879e+44 9.40  9.40  4.087e+37 4.49e-05  13058 
triHPacyl.mtmpmmmpmd 3.699e+43 8.18  8.18  4.056e+37 4.46e-05  13059 
triHPacyl.tttmpttpmd 1.127e+44 8.85  8.85  4.008e+37 4.4e-05   13060 
triHPacyl.pmptmmmppd 6.358e+43 8.51  8.51  3.987e+37 4.38e-05  13061 
triHPacyl.ptmtpmmmmd 3.381e+44 9.51  9.51  3.959e+37 4.35e-05  13062 
triHPacyl.ttttmtpppd 4.889e+44 9.74  9.74  3.912e+37 4.3e-05   13063 
triHPacyl.tmmtpttmmd 6.117e+44 9.88  9.88  3.905e+37 4.29e-05  13064 
triHPacyl.pmptmtpppd 1.489e+44 9.03  9.03  3.903e+37 4.29e-05  13065 
triHPacyl.pmmmmmtppd 1.099e+44 8.86  8.86  3.879e+37 4.26e-05  13066 
triHPacyl.mtppmtppmd 1.399e+43 7.63  7.63  3.864e+37 4.25e-05  13067 
triHPacyl.ptmtmmmmpd 1.719e+44 9.13  9.13  3.864e+37 4.25e-05  13068 
triHPacyl.ptttptmmmd 1.953e+44 9.21  9.21  3.822e+37 4.2e-05   13069 
triHPacyl.ptmtpmmmpd 1.995e+44 9.22  9.22  3.818e+37 4.19e-05  13070 
triHPacyl.mttpmmtmmd 1.083e+44 8.86  8.86  3.790e+37 4.16e-05  13071 
triHPacyl.tmmppmtmmd 7.120e+43 8.61  8.61  3.787e+37 4.16e-05  13072 
triHPacyl.pmmppmmmmd 7.632e+43 8.66  8.66  3.767e+37 4.14e-05  13073 
triHPacyl.mpmtpmtmpd 2.552e+44 9.38  9.38  3.758e+37 4.13e-05  13074 
triHPacyl.mptpmtmmpd 7.133e+43 8.62  8.62  3.754e+37 4.13e-05  13075 
triHPacyl.mmpppmpmmd 1.492e+43 7.69  7.69  3.738e+37 4.11e-05  13076 
triHPacyl.pmtmmmpppd 6.439e+43 8.57  8.57  3.693e+37 4.06e-05  13077 
triHPacyl.ptmtmttmpd 3.493e+44 9.58  9.58  3.690e+37 4.05e-05  13078 
triHPacyl.tmmmpmtmmd 3.988e+44 9.66  9.66  3.670e+37 4.03e-05  13079 
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triHPacyl.mmmtpttpmd 6.030e+44 9.91  9.91  3.655e+37 4.02e-05  13080 
triHPacyl.ptmtpttppd 3.900e+44 9.65  9.65  3.631e+37 3.99e-05  13081 
triHPacyl.tptppptppd 1.899e+44 9.22  9.22  3.617e+37 3.97e-05  13082 
triHPacyl.tptmmmtmmd 1.341e+44 9.02  9.02  3.601e+37 3.96e-05  13083 
triHPacyl.mtptptmmmd 5.051e+43 8.44  8.44  3.578e+37 3.93e-05  13084 
triHPacyl.tttppmtpmd 4.388e+43 8.36  8.36  3.572e+37 3.93e-05  13085 
triHPacyl.mmttmmtppd 2.208e+44 9.33  9.33  3.549e+37 3.9e-05   13086 
triHPacyl.ptptpptppd 1.109e+44 8.92  8.92  3.542e+37 3.89e-05  13087 
triHPacyl.mpmmppppmd 5.022e+43 8.44  8.44  3.541e+37 3.89e-05  13088 
triHPacyl.ptptptmmpd 1.121e+44 8.92  8.92  3.536e+37 3.89e-05  13089 
triHPacyl.mtmmmmtmmd 3.018e+44 9.52  9.52  3.507e+37 3.85e-05  13090 
triHPacyl.ptppmmmmpd 1.725e+43 7.81  7.81  3.505e+37 3.85e-05  13091 
triHPacyl.tmpppptppd 1.059e+44 8.90  8.90  3.500e+37 3.85e-05  13092 
triHPacyl.mpmtptmpmd 5.678e+43 8.53  8.53  3.482e+37 3.83e-05  13093 
triHPacyl.ttmtpmmppd 9.789e+43 8.85  8.85  3.479e+37 3.82e-05  13094 
triHPacyl.mtppmmppmd 1.186e+44 8.97  8.97  3.477e+37 3.82e-05  13095 
triHPacyl.mmtmmtpmpd 3.731e+43 8.28  8.28  3.456e+37 3.8e-05   13096 
triHPacyl.ptmtmptmmd 5.450e+44 9.88  9.88  3.440e+37 3.78e-05  13097 
triHPacyl.mmtpptpmpd 1.770e+44 9.21  9.21  3.439e+37 3.78e-05  13098 
triHPacyl.ttpmpmtppd 3.911e+43 8.31  8.31  3.433e+37 3.77e-05  13099 
triHPacyl.mmtpmpmmpd 1.671e+44 9.18  9.18  3.430e+37 3.77e-05  13100 
triHPacyl.mptmpmmppd 6.156e+43 8.59  8.59  3.419e+37 3.76e-05  13101 
triHPacyl.mttmmmmpmd 8.775e+43 8.80  8.80  3.408e+37 3.75e-05  13102 
triHPacyl.tmmpptmmpd 7.658e+43 8.72  8.72  3.398e+37 3.73e-05  13103 
triHPacyl.tpmppmpmmd 4.319e+43 8.38  8.38  3.389e+37 3.72e-05  13104 
triHPacyl.ptppptmmpd 1.884e+43 7.89  7.89  3.386e+37 3.72e-05  13105 
triHPacyl.pmtmmttmmd 9.072e+43 8.83  8.83  3.370e+37 3.7e-05   13106 
triHPacyl.tpttmmtmmd 4.911e+44 9.84  9.84  3.358e+37 3.69e-05  13107 
triHPacyl.ttttptpmmd 4.559e+44 9.80  9.80  3.319e+37 3.65e-05  13108 
triHPacyl.pmppptpmpd 1.711e+43 7.84  7.84  3.313e+37 3.64e-05  13109 
triHPacyl.mtpmmmtppd 7.575e+43 8.73  8.73  3.291e+37 3.62e-05  13110 
triHPacyl.tmttppppmd 5.315e+44 9.90  9.90  3.285e+37 3.61e-05  13111 
triHPacyl.pmttmmpmmd 1.947e+44 9.30  9.30  3.279e+37 3.6e-05   13112 
triHPacyl.ttpppppmpd 5.475e+43 8.54  8.54  3.263e+37 3.59e-05  13113 
triHPacyl.ttttmmppmd 6.331e+44 10.01 10.01 3.248e+37 3.57e-05  13114 
triHPacyl.ptttppmmmd 5.025e+43 8.50  8.50  3.241e+37 3.56e-05  13115 
triHPacyl.ttpmpttmpd 8.105e+43 8.79  8.79  3.218e+37 3.54e-05  13116 
triHPacyl.tttmpttmpd 8.795e+43 8.84  8.84  3.210e+37 3.53e-05  13117 
triHPacyl.tmpmmttmmd 6.053e+43 8.62  8.62  3.188e+37 3.5e-05   13118 
triHPacyl.mmttmtpppd 3.667e+44 9.70  9.70  3.166e+37 3.48e-05  13119 
triHPacyl.mttpmtmmpd 7.118e+43 8.72  8.72  3.155e+37 3.47e-05  13120 
triHPacyl.tmpmpmpppd 1.057e+44 8.96  8.96  3.146e+37 3.46e-05  13121 
triHPacyl.ptptmmmmpd 5.123e+43 8.53  8.53  3.135e+37 3.44e-05  13122 
triHPacyl.pmttpttmpd 4.612e+44 9.84  9.84  3.132e+37 3.44e-05  13123 
triHPacyl.tmtmpmpppd 1.739e+44 9.26  9.26  3.128e+37 3.44e-05  13124 
triHPacyl.mmmtpttmpd 3.469e+44 9.67  9.67  3.125e+37 3.43e-05  13125 
triHPacyl.tmmpmmpppd 6.438e+43 8.67  8.67  3.124e+37 3.43e-05  13126 
triHPacyl.ptpmppmmmd 8.423e+43 8.83  8.83  3.105e+37 3.41e-05  13127 
triHPacyl.mmptptpmpd 5.918e+43 8.63  8.63  3.080e+37 3.38e-05  13128 
triHPacyl.pmttmmtppd 1.408e+44 9.14  9.14  3.077e+37 3.38e-05  13129 
triHPacyl.mpppmpppmd 4.027e+43 8.40  8.40  3.047e+37 3.35e-05  13130 
triHPacyl.ptttmmmmpd 9.263e+43 8.90  8.90  3.035e+37 3.34e-05  13131 
triHPacyl.mtptmtmpmd 4.163e+44 9.80  9.80  3.034e+37 3.33e-05  13132 
triHPacyl.tptmpmppmd 4.709e+44 9.87  9.87  3.015e+37 3.31e-05  13133 
triHPacyl.mmttmmmppd 4.702e+44 9.88  9.88  3.007e+37 3.3e-05   13134 
triHPacyl.tptmptpmmd 2.750e+44 9.56  9.56  3.003e+37 3.3e-05   13135 
triHPacyl.pmpmpmmppd 1.489e+43 7.82  7.82  2.995e+37 3.29e-05  13136 
triHPacyl.tpmtmmtmmd 3.567e+44 9.71  9.71  2.993e+37 3.29e-05  13137 
triHPacyl.ttppmpppmd 6.689e+43 8.72  8.72  2.992e+37 3.29e-05  13138 
triHPacyl.ptttptmmpd 9.506e+43 8.93  8.93  2.953e+37 3.25e-05  13139 
triHPacyl.pmmpptppmd 8.684e+43 8.88  8.88  2.952e+37 3.24e-05  13140 
triHPacyl.ptttpttppd 9.359e+43 8.93  8.93  2.946e+37 3.24e-05  13141 
triHPacyl.mmttmtppmd 4.455e+44 9.86  9.86  2.945e+37 3.24e-05  13142 
triHPacyl.tpmpppmpmd 2.524e+43 8.16  8.16  2.884e+37 3.17e-05  13143 
triHPacyl.pttmmmppmd 8.005e+43 8.85  8.85  2.879e+37 3.16e-05  13144 
triHPacyl.ptmtpptpmd 4.103e+44 9.83  9.83  2.840e+37 3.12e-05  13145 
triHPacyl.tpptpmppmd 2.808e+44 9.61  9.61  2.816e+37 3.09e-05  13146 
triHPacyl.pmmmmmtmpd 4.779e+43 8.55  8.55  2.809e+37 3.09e-05  13147 
triHPacyl.tmpmmmmmmd 6.176e+43 8.71  8.71  2.803e+37 3.08e-05  13148 
triHPacyl.pmmtmtpmmd 3.316e+44 9.71  9.71  2.802e+37 3.08e-05  13149 
triHPacyl.ptmtptmmmd 2.745e+44 9.60  9.60  2.801e+37 3.08e-05  13150 
triHPacyl.tmmpptmppd 1.251e+44 9.13  9.13  2.794e+37 3.07e-05  13151 
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triHPacyl.mmmtpptmmd 6.978e+43 8.78  8.78  2.789e+37 3.06e-05  13152 
triHPacyl.pmmppmtppd 2.429e+43 8.16  8.16  2.783e+37 3.06e-05  13153 
triHPacyl.mpmmpmppmd 6.578e+43 8.75  8.75  2.783e+37 3.06e-05  13154 
triHPacyl.ptmpmttmpd 5.021e+44 9.96  9.96  2.780e+37 3.05e-05  13155 
triHPacyl.pmmpptpmmd 9.451e+43 8.97  8.97  2.751e+37 3.02e-05  13156 
triHPacyl.ptmtmtpmpd 4.809e+44 9.94  9.94  2.750e+37 3.02e-05  13157 
triHPacyl.tptmptmpmd 1.052e+44 9.04  9.04  2.749e+37 3.02e-05  13158 
triHPacyl.pmmmmptmmd 2.124e+44 9.46  9.46  2.719e+37 2.99e-05  13159 
triHPacyl.mmttmtmpmd 3.480e+44 9.76  9.76  2.715e+37 2.98e-05  13160 
triHPacyl.mtmtpmpppd 2.216e+44 9.49  9.49  2.703e+37 2.97e-05  13161 
triHPacyl.mttpmttppd 1.118e+44 9.08  9.08  2.699e+37 2.97e-05  13162 
triHPacyl.ttppptpmpd 6.476e+43 8.77  8.77  2.660e+37 2.92e-05  13163 
triHPacyl.ptmtmmmmmd 1.641e+44 9.32  9.32  2.653e+37 2.92e-05  13164 
triHPacyl.ppmtpppppd 2.254e+44 9.51  9.51  2.644e+37 2.9e-05   13165 
triHPacyl.mmmppmppmd 3.098e+43 8.33  8.33  2.641e+37 2.9e-05   13166 
triHPacyl.pmmpmmmmmd 7.779e+43 8.88  8.88  2.640e+37 2.9e-05   13167 
triHPacyl.mtppmppmpd 9.544e+43 9.00  9.00  2.640e+37 2.9e-05   13168 
triHPacyl.tpptptmmpd 2.078e+44 9.47  9.47  2.640e+37 2.9e-05   13169 
triHPacyl.pmptmmpmmd 1.859e+44 9.40  9.40  2.636e+37 2.9e-05   13170 
triHPacyl.tmmpppmppd 6.700e+43 8.80  8.80  2.624e+37 2.88e-05  13171 
triHPacyl.mmtpmmtmmd 1.240e+44 9.16  9.16  2.618e+37 2.88e-05  13172 
triHPacyl.mmpppmmmpd 5.865e+43 8.72  8.72  2.593e+37 2.85e-05  13173 
triHPacyl.mptmmmmppd 5.145e+43 8.65  8.65  2.587e+37 2.84e-05  13174 
triHPacyl.mtmmmmtppd 3.357e+45 11.14 11.14 2.584e+37 2.84e-05  13175 
triHPacyl.mtmpmtpmmd 3.637e+43 8.45  8.45  2.560e+37 2.81e-05  13176 
triHPacyl.tpptpttpmd 3.054e+44 9.72  9.72  2.526e+37 2.78e-05  13177 
triHPacyl.mtptmppmmd 1.286e+44 9.21  9.21  2.522e+37 2.77e-05  13178 
triHPacyl.pmmppmtmmd 7.732e+43 8.91  8.91  2.514e+37 2.76e-05  13179 
triHPacyl.mtttpmtppd 1.500e+44 9.30  9.30  2.498e+37 2.75e-05  13180 
triHPacyl.tmpmmmtpmd 7.372e+43 8.88  8.88  2.496e+37 2.74e-05  13181 
triHPacyl.mpmtpppppd 1.000e+44 9.06  9.06  2.494e+37 2.74e-05  13182 
triHPacyl.tpmmpmpmmd 1.074e+44 9.11  9.11  2.481e+37 2.73e-05  13183 
triHPacyl.mmmmmmtmmd 2.892e+44 9.70  9.70  2.468e+37 2.71e-05  13184 
triHPacyl.ppmppptppd 7.714e+44 10.29 10.29 2.463e+37 2.71e-05  13185 
triHPacyl.tttmpmmpmd 7.568e+43 8.91  8.91  2.463e+37 2.71e-05  13186 
triHPacyl.mptpmtmppd 1.011e+44 9.08  9.08  2.459e+37 2.7e-05   13187 
triHPacyl.mptmmmmmmd 9.784e+43 9.06  9.06  2.447e+37 2.69e-05  13188 
triHPacyl.tmpmmtmmmd 5.924e+43 8.77  8.77  2.439e+37 2.68e-05  13189 
triHPacyl.mmtppmpmmd 4.849e+43 8.65  8.65  2.439e+37 2.68e-05  13190 
triHPacyl.tppmptppmd 3.714e+44 9.86  9.86  2.437e+37 2.68e-05  13191 
triHPacyl.ttmmpmtmmd 2.647e+44 9.67  9.67  2.398e+37 2.64e-05  13192 
triHPacyl.pmmtmttmmd 2.745e+44 9.69  9.69  2.388e+37 2.62e-05  13193 
triHPacyl.ptppmmmppd 1.052e+44 9.12  9.12  2.373e+37 2.61e-05  13194 
triHPacyl.mtmtptppmd 2.928e+43 8.36  8.36  2.370e+37 2.6e-05   13195 
triHPacyl.pmttpmtmpd 2.935e+44 9.75  9.75  2.316e+37 2.54e-05  13196 
triHPacyl.pmttmmppmd 5.860e+44 10.17 10.17 2.303e+37 2.53e-05  13197 
triHPacyl.mttmmmmmmd 8.525e+43 9.02  9.02  2.298e+37 2.53e-05  13198 
triHPacyl.mptpmmtppd 1.849e+44 9.48  9.48  2.298e+37 2.53e-05  13199 
triHPacyl.mtptmmpmmd 2.574e+44 9.68  9.68  2.298e+37 2.52e-05  13200 
triHPacyl.mmptppmmmd 4.544e+43 8.64  8.64  2.295e+37 2.52e-05  13201 
triHPacyl.ptmtmmtpmd 4.192e+44 9.97  9.97  2.291e+37 2.52e-05  13202 
triHPacyl.mtptpmtppd 6.915e+43 8.90  8.90  2.262e+37 2.49e-05  13203 
triHPacyl.mpmtpttmmd 1.377e+44 9.32  9.32  2.245e+37 2.47e-05  13204 
triHPacyl.mmtmmmtmpd 1.819e+44 9.48  9.48  2.243e+37 2.46e-05  13205 
triHPacyl.tpptptmpmd 9.015e+43 9.07  9.07  2.243e+37 2.46e-05  13206 
triHPacyl.ptttpptppd 7.180e+43 8.93  8.93  2.234e+37 2.45e-05  13207 
triHPacyl.mmmpptmmpd 3.496e+43 8.50  8.50  2.231e+37 2.45e-05  13208 
triHPacyl.mttmmmtmpd 2.494e+44 9.68  9.68  2.205e+37 2.42e-05  13209 
triHPacyl.pmmppmtmpd 2.126e+43 8.22  8.22  2.190e+37 2.41e-05  13210 
triHPacyl.pmmppttppd 4.605e+43 8.68  8.68  2.189e+37 2.41e-05  13211 
triHPacyl.tpptpttmpd 7.340e+44 10.33 10.33 2.179e+37 2.39e-05  13212 
triHPacyl.mpmtptmmpd 1.591e+44 9.42  9.42  2.169e+37 2.38e-05  13213 
triHPacyl.pmtpmmtmpd 1.260e+44 9.29  9.29  2.148e+37 2.36e-05  13214 
triHPacyl.tpttpmpmpd 3.883e+44 9.96  9.96  2.144e+37 2.36e-05  13215 
triHPacyl.tpmpmtpmpd 9.753e+43 9.14  9.14  2.138e+37 2.35e-05  13216 
triHPacyl.pmmtmppmmd 1.090e+43 7.84  7.84  2.137e+37 2.35e-05  13217 
triHPacyl.mmppppmppd 9.882e+43 9.16  9.16  2.085e+37 2.29e-05  13218 
triHPacyl.mtmmmttppd 5.795e+44 10.22 10.22 2.084e+37 2.29e-05  13219 
triHPacyl.tppmmmmmmd 5.689e+43 8.84  8.84  2.074e+37 2.28e-05  13220 
triHPacyl.tpmppptmmd 1.265e+44 9.32  9.32  2.067e+37 2.27e-05  13221 
triHPacyl.ptptpttppd 1.488e+44 9.41  9.41  2.063e+37 2.27e-05  13222 
triHPacyl.ttpmpmtmpd 9.191e+43 9.13  9.13  2.062e+37 2.27e-05  13223 
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triHPacyl.tpmppmpmpd 3.416e+43 8.54  8.54  2.055e+37 2.26e-05  13224 
triHPacyl.mtmtpmppmd 2.188e+44 9.65  9.65  2.053e+37 2.26e-05  13225 
triHPacyl.tpttpmpppd 4.707e+44 10.10 10.10 2.051e+37 2.25e-05  13226 
triHPacyl.tpttptpppd 4.691e+44 10.11 10.11 2.038e+37 2.24e-05  13227 
triHPacyl.tpmtmmtpmd 5.305e+44 10.18 10.18 2.029e+37 2.23e-05  13228 
triHPacyl.ptttmmpppd 1.999e+44 9.60  9.60  2.027e+37 2.23e-05  13229 
triHPacyl.tptppmppmd 1.551e+44 9.45  9.45  2.010e+37 2.21e-05  13230 
triHPacyl.ptptpmmmmd 8.378e+43 9.09  9.09  1.988e+37 2.18e-05  13231 
triHPacyl.ttppmmmppd 3.596e+43 8.59  8.59  1.986e+37 2.18e-05  13232 
triHPacyl.pmmpmttpmd 2.469e+44 9.75  9.75  1.964e+37 2.16e-05  13233 
triHPacyl.pmttmttmmd 4.362e+44 10.09 10.09 1.957e+37 2.15e-05  13234 
triHPacyl.mtmtpmmmmd 1.127e+44 9.28  9.28  1.941e+37 2.13e-05  13235 
triHPacyl.mmpmmmtppd 1.600e+44 9.50  9.50  1.918e+37 2.11e-05  13236 
triHPacyl.mmpmmttmpd 1.856e+44 9.59  9.59  1.906e+37 2.09e-05  13237 
triHPacyl.mpppmmtmmd 1.610e+44 9.51  9.51  1.899e+37 2.09e-05  13238 
triHPacyl.mpppmmppmd 4.191e+43 8.71  8.71  1.890e+37 2.08e-05  13239 
triHPacyl.mtpmmmtmpd 1.135e+44 9.31  9.31  1.873e+37 2.06e-05  13240 
triHPacyl.mpppmtmmpd 8.314e+43 9.12  9.12  1.873e+37 2.06e-05  13241 
triHPacyl.ttmtpttmpd 3.505e+44 9.99  9.99  1.865e+37 2.05e-05  13242 
triHPacyl.mpmmpmmpmd 2.268e+44 9.73  9.73  1.849e+37 2.03e-05  13243 
triHPacyl.ttmtmmmmmd 5.768e+43 8.92  8.92  1.842e+37 2.02e-05  13244 
triHPacyl.pttmmmpppd 7.528e+43 9.08  9.08  1.839e+37 2.02e-05  13245 
triHPacyl.mmtmpmpppd 1.409e+44 9.46  9.46  1.821e+37 2e-05     13246 
triHPacyl.tmttpmpmpd 3.950e+44 10.07 10.07 1.815e+37 1.99e-05  13247 
triHPacyl.ttttpmpmpd 3.844e+44 10.06 10.06 1.811e+37 1.99e-05  13248 
triHPacyl.mmtmpttppd 1.501e+44 9.50  9.50  1.806e+37 1.98e-05  13249 
triHPacyl.mtttmmpmpd 3.255e+44 9.96  9.96  1.803e+37 1.98e-05  13250 
triHPacyl.tmttpmpppd 3.923e+44 10.07 10.07 1.798e+37 1.98e-05  13251 
triHPacyl.tpttptppmd 5.880e+44 10.32 10.32 1.788e+37 1.96e-05  13252 
triHPacyl.tptpppmmpd 1.109e+44 9.33  9.33  1.779e+37 1.95e-05  13253 
triHPacyl.pmptppmppd 2.583e+43 8.46  8.46  1.771e+37 1.95e-05  13254 
triHPacyl.mpptpttmmd 1.691e+44 9.59  9.59  1.733e+37 1.9e-05   13255 
triHPacyl.pmmppttmpd 3.276e+43 8.62  8.62  1.728e+37 1.9e-05   13256 
triHPacyl.tmptptmppd 1.476e+44 9.52  9.52  1.725e+37 1.9e-05   13257 
triHPacyl.ttptmmppmd 1.155e+44 9.37  9.37  1.720e+37 1.89e-05  13258 
triHPacyl.mmmpptmppd 2.977e+43 8.56  8.56  1.719e+37 1.89e-05  13259 
triHPacyl.mpppmtpmpd 7.110e+43 9.09  9.09  1.702e+37 1.87e-05  13260 
triHPacyl.pmtmmmpmmd 6.829e+43 9.07  9.07  1.698e+37 1.87e-05  13261 
triHPacyl.ptmmmppmmd 1.180e+44 9.39  9.39  1.697e+37 1.86e-05  13262 
triHPacyl.ptptmmtpmd 3.153e+44 9.98  9.98  1.693e+37 1.86e-05  13263 
triHPacyl.mptpmmmmpd 1.442e+44 9.52  9.52  1.684e+37 1.85e-05  13264 
triHPacyl.mtmtpmtppd 7.879e+44 10.53 10.53 1.674e+37 1.84e-05  13265 
triHPacyl.mmmtmmmmmd 1.173e+44 9.40  9.40  1.664e+37 1.83e-05  13266 
triHPacyl.pmpppmpmpd 1.523e+43 8.18  8.18  1.661e+37 1.82e-05  13267 
triHPacyl.tpttptmmpd 2.629e+44 9.88  9.88  1.657e+37 1.82e-05  13268 
triHPacyl.mtmpptmmpd 6.990e+43 9.10  9.10  1.644e+37 1.81e-05  13269 
triHPacyl.tpmtmmmmpd 3.065e+44 9.98  9.98  1.644e+37 1.81e-05  13270 
triHPacyl.tptppmmpmd 8.331e+43 9.21  9.21  1.640e+37 1.8e-05   13271 
triHPacyl.mmttpmpppd 4.318e+44 10.19 10.19 1.638e+37 1.8e-05   13272 
triHPacyl.mmmtpmtmpd 9.445e+44 10.65 10.65 1.636e+37 1.8e-05   13273 
triHPacyl.mtmtmttmpd 3.401e+44 10.05 10.05 1.630e+37 1.79e-05  13274 
triHPacyl.tmpmptmmmd 2.750e+44 9.92  9.92  1.619e+37 1.78e-05  13275 
triHPacyl.tmpppmmpmd 1.496e+44 9.56  9.56  1.616e+37 1.78e-05  13276 
triHPacyl.pttpmmtmmd 1.222e+44 9.44  9.44  1.616e+37 1.78e-05  13277 
triHPacyl.tpmmmptmmd 2.217e+44 9.80  9.80  1.605e+37 1.76e-05  13278 
triHPacyl.ptmtpttpmd 3.285e+44 10.04 10.04 1.594e+37 1.75e-05  13279 
triHPacyl.tmpppmtmmd 1.401e+44 9.53  9.53  1.589e+37 1.75e-05  13280 
triHPacyl.mmmmmmpmpd 2.223e+43 8.44  8.44  1.579e+37 1.73e-05  13281 
triHPacyl.tptppppppd 2.856e+44 9.96  9.96  1.576e+37 1.73e-05  13282 
triHPacyl.ttttpmmpmd 1.483e+44 9.58  9.58  1.567e+37 1.72e-05  13283 
triHPacyl.tmmtppmppd 2.070e+44 9.78  9.78  1.565e+37 1.72e-05  13284 
triHPacyl.ptpmpmmmmd 3.904e+43 8.78  8.78  1.564e+37 1.72e-05  13285 
triHPacyl.mtptpmmmmd 6.326e+43 9.07  9.07  1.555e+37 1.71e-05  13286 
triHPacyl.mtppppmmmd 1.154e+43 8.06  8.06  1.543e+37 1.7e-05   13287 
triHPacyl.tppmpmpmmd 6.828e+43 9.12  9.12  1.542e+37 1.69e-05  13288 
triHPacyl.mpptptpmmd 1.175e+44 9.45  9.45  1.542e+37 1.69e-05  13289 
triHPacyl.tpmtmttmpd 7.168e+44 10.53 10.53 1.534e+37 1.69e-05  13290 
triHPacyl.ppmppttmpd 2.844e+44 9.98  9.98  1.516e+37 1.67e-05  13291 
triHPacyl.pmtmpttmmd 2.455e+44 9.90  9.90  1.511e+37 1.66e-05  13292 
triHPacyl.mmmmmpmmpd 1.724e+44 9.69  9.69  1.508e+37 1.66e-05  13293 
triHPacyl.ppmpmpmppd 8.123e+43 9.24  9.24  1.500e+37 1.65e-05  13294 
triHPacyl.mttmmttpmd 1.006e+44 9.37  9.37  1.500e+37 1.65e-05  13295 
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triHPacyl.tppppppppd 1.456e+44 9.59  9.59  1.491e+37 1.64e-05  13296 
triHPacyl.mmttmtmmmd 1.511e+44 9.62  9.62  1.489e+37 1.64e-05  13297 
triHPacyl.mtmtpmmmpd 2.040e+44 9.80  9.80  1.484e+37 1.63e-05  13298 
triHPacyl.tpmpptppmd 9.289e+43 9.34  9.34  1.466e+37 1.61e-05  13299 
triHPacyl.mmttpmppmd 3.595e+44 10.15 10.15 1.456e+37 1.6e-05   13300 
triHPacyl.mmmtppppmd 5.659e+43 9.05  9.05  1.446e+37 1.59e-05  13301 
triHPacyl.pmmppmppmd 1.251e+44 9.53  9.53  1.438e+37 1.58e-05  13302 
triHPacyl.mmpmmmpmpd 1.468e+43 8.25  8.25  1.434e+37 1.58e-05  13303 
triHPacyl.mmptptpmmd 5.431e+43 9.03  9.03  1.425e+37 1.57e-05  13304 
triHPacyl.pmptmmppmd 1.425e+44 9.61  9.61  1.420e+37 1.56e-05  13305 
triHPacyl.mtptppppmd 1.095e+45 10.83 10.83 1.419e+37 1.56e-05  13306 
triHPacyl.mmmpmmtmmd 6.994e+43 9.19  9.19  1.418e+37 1.56e-05  13307 
triHPacyl.tmpppmpmmd 2.101e+43 8.48  8.48  1.394e+37 1.53e-05  13308 
triHPacyl.tmmtpttmpd 5.920e+44 10.48 10.48 1.379e+37 1.52e-05  13309 
triHPacyl.tmpppmmppd 2.723e+43 8.66  8.66  1.348e+37 1.48e-05  13310 
triHPacyl.mtttmtpmmd 3.232e+44 10.13 10.13 1.342e+37 1.48e-05  13311 
triHPacyl.pmmtmmpmpd 1.252e+44 9.57  9.57  1.337e+37 1.47e-05  13312 
triHPacyl.mmptpmppmd 2.161e+44 9.90  9.90  1.319e+37 1.45e-05  13313 
triHPacyl.tmpmmmpmmd 2.447e+43 8.61  8.61  1.307e+37 1.44e-05  13314 
triHPacyl.mmtpmtpmmd 3.852e+43 8.88  8.88  1.299e+37 1.43e-05  13315 
triHPacyl.tppmmtppmd 2.173e+44 9.92  9.92  1.291e+37 1.42e-05  13316 
triHPacyl.ptpmpptpmd 2.678e+43 8.67  8.67  1.289e+37 1.42e-05  13317 
triHPacyl.mmtmmmpmpd 5.451e+43 9.10  9.10  1.284e+37 1.41e-05  13318 
triHPacyl.mtmtmttmmd 4.494e+44 10.36 10.36 1.280e+37 1.41e-05  13319 
triHPacyl.pmttmmpppd 7.960e+44 10.71 10.71 1.257e+37 1.38e-05  13320 
triHPacyl.ptmtmmpppd 2.508e+44 10.03 10.03 1.243e+37 1.37e-05  13321 
triHPacyl.tppmmtmmmd 3.349e+43 8.83  8.83  1.236e+37 1.36e-05  13322 
triHPacyl.mpmtpmpppd 1.013e+44 9.49  9.49  1.231e+37 1.35e-05  13323 
triHPacyl.mtmtmttppd 1.135e+45 10.94 10.94 1.209e+37 1.33e-05  13324 
triHPacyl.pmppmmtmpd 1.360e+44 9.68  9.68  1.209e+37 1.33e-05  13325 
triHPacyl.tpptptmmmd 1.754e+44 9.84  9.84  1.181e+37 1.3e-05   13326 
triHPacyl.tttppmtmmd 7.114e+43 9.31  9.31  1.177e+37 1.29e-05  13327 
triHPacyl.tmtmpmmpmd 5.993e+44 10.58 10.58 1.173e+37 1.29e-05  13328 
triHPacyl.mmpmmpmmpd 2.547e+43 8.70  8.70  1.173e+37 1.29e-05  13329 
triHPacyl.ptttmmppmd 2.048e+44 9.94  9.94  1.172e+37 1.29e-05  13330 
triHPacyl.tpmtptpmpd 1.730e+44 9.84  9.84  1.169e+37 1.28e-05  13331 
triHPacyl.mmpmmtpppd 1.666e+44 9.82  9.82  1.169e+37 1.28e-05  13332 
triHPacyl.ptmpmtppmd 4.477e+43 9.04  9.04  1.165e+37 1.28e-05  13333 
triHPacyl.tptppmmppd 1.355e+44 9.70  9.70  1.162e+37 1.28e-05  13334 
triHPacyl.pmppptmppd 1.364e+43 8.34  8.34  1.155e+37 1.27e-05  13335 
triHPacyl.ptpmmmtmpd 6.431e+43 9.26  9.26  1.150e+37 1.26e-05  13336 
triHPacyl.mmpmptpmmd 2.339e+43 8.66  8.66  1.145e+37 1.26e-05  13337 
triHPacyl.mmttpttmpd 3.311e+44 10.24 10.24 1.145e+37 1.26e-05  13338 
triHPacyl.ttmmptppmd 4.821e+44 10.47 10.47 1.133e+37 1.25e-05  13339 
triHPacyl.tpmtpmmppd 1.012e+44 9.55  9.55  1.125e+37 1.24e-05  13340 
triHPacyl.pttmmppmpd 2.839e+43 8.79  8.79  1.118e+37 1.23e-05  13341 
triHPacyl.tpptpptppd 5.747e+44 10.59 10.59 1.113e+37 1.22e-05  13342 
triHPacyl.tpptptpppd 2.219e+44 10.02 10.02 1.113e+37 1.22e-05  13343 
triHPacyl.mmmpmmmppd 3.579e+43 8.94  8.94  1.104e+37 1.21e-05  13344 
triHPacyl.ptptmtmmmd 9.038e+43 9.49  9.49  1.102e+37 1.21e-05  13345 
triHPacyl.tpppmtmppd 4.536e+43 9.09  9.09  1.092e+37 1.2e-05   13346 
triHPacyl.tmptptmpmd 1.068e+44 9.60  9.60  1.090e+37 1.2e-05   13347 
triHPacyl.tmttpmmppd 3.567e+44 10.32 10.32 1.090e+37 1.2e-05   13348 
triHPacyl.tmttpttmpd 8.442e+44 10.83 10.83 1.088e+37 1.2e-05   13349 
triHPacyl.mmmppttmpd 6.864e+43 9.33  9.33  1.087e+37 1.19e-05  13350 
triHPacyl.mptpmtpmpd 4.251e+44 10.42 10.42 1.084e+37 1.19e-05  13351 
triHPacyl.tpppppmmpd 8.572e+43 9.47  9.47  1.083e+37 1.19e-05  13352 
triHPacyl.ppttmmmppd 1.304e+44 9.72  9.72  1.080e+37 1.19e-05  13353 
triHPacyl.mmttmmmpmd 7.834e+44 10.79 10.79 1.079e+37 1.19e-05  13354 
triHPacyl.tmtmpttmmd 2.929e+44 10.21 10.21 1.069e+37 1.17e-05  13355 
triHPacyl.pmptpmmmmd 4.204e+43 9.06  9.06  1.052e+37 1.16e-05  13356 
triHPacyl.ppmppptmpd 1.487e+44 9.82  9.82  1.050e+37 1.15e-05  13357 
triHPacyl.mpmmpmmmmd 1.536e+44 9.84  9.84  1.044e+37 1.15e-05  13358 
triHPacyl.mpmtppmppd 8.692e+43 9.51  9.51  1.028e+37 1.13e-05  13359 
triHPacyl.mtppmtpmpd 6.335e+43 9.32  9.32  1.024e+37 1.12e-05  13360 
triHPacyl.mpmppmppmd 2.999e+43 8.88  8.88  1.023e+37 1.12e-05  13361 
triHPacyl.mmmtpptpmd 7.231e+43 9.40  9.40  1.020e+37 1.12e-05  13362 
triHPacyl.ptptmtpmmd 1.827e+44 9.96  9.96  1.017e+37 1.12e-05  13363 
triHPacyl.mmtmmtmpmd 6.886e+43 9.38  9.38  1.011e+37 1.11e-05  13364 
triHPacyl.mpttmttpmd 1.758e+44 9.94  9.94  1.005e+37 1.1e-05   13365 
triHPacyl.mptpmmtmmd 1.699e+44 9.92  9.92  1.004e+37 1.1e-05   13366 
triHPacyl.tpttpmpmmd 4.281e+44 10.47 10.47 1.003e+37 1.1e-05   13367 
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triHPacyl.mmttptpmmd 4.672e+44 10.53 10.53 9.892e+36 1.09e-05  13368 
triHPacyl.tpptpmpmpd 4.336e+44 10.49 10.49 9.821e+36 1.08e-05  13369 
triHPacyl.pmttmttmpd 2.725e+44 10.22 10.22 9.818e+36 1.08e-05  13370 
triHPacyl.pmmpmmppmd 1.631e+44 9.91  9.91  9.787e+36 1.08e-05  13371 
triHPacyl.ptmpmtpppd 4.489e+43 9.15  9.15  9.702e+36 1.07e-05  13372 
triHPacyl.mptppmmppd 4.782e+43 9.19  9.19  9.585e+36 1.05e-05  13373 
triHPacyl.mpptmttppd 1.698e+44 9.96  9.96  9.496e+36 1.04e-05  13374 
triHPacyl.mpttmtmmmd 1.151e+44 9.73  9.73  9.402e+36 1.03e-05  13375 
triHPacyl.mmmpmttmpd 4.441e+43 9.17  9.17  9.347e+36 1.03e-05  13376 
triHPacyl.tpmtpmpmpd 2.494e+44 10.20 10.20 9.293e+36 1.02e-05  13377 
triHPacyl.mmttpttmmd 3.822e+44 10.45 10.45 9.264e+36 1.02e-05  13378 
triHPacyl.pmptptpppd 4.349e+43 9.16  9.16  9.178e+36 1.01e-05  13379 
triHPacyl.mmppmttppd 7.751e+43 9.51  9.51  9.145e+36 1e-05     13380 
triHPacyl.pmtmpptmmd 8.551e+43 9.57  9.57  9.105e+36 1e-05     13381 
triHPacyl.mmttmmppmd 7.952e+44 10.91 10.91 8.988e+36 9.88e-06  13382 
triHPacyl.mptmmmpppd 8.680e+43 9.59  9.59  8.983e+36 9.87e-06  13383 
triHPacyl.tppmpttpmd 1.199e+44 9.78  9.78  8.971e+36 9.86e-06  13384 
triHPacyl.mmtppmpmpd 2.485e+44 10.22 10.22 8.938e+36 9.82e-06  13385 
triHPacyl.mptpmmpmmd 1.431e+44 9.89  9.89  8.929e+36 9.81e-06  13386 
triHPacyl.mtpmpmmmmd 1.405e+44 9.88  9.88  8.929e+36 9.81e-06  13387 
triHPacyl.pttpmmtmpd 2.560e+44 10.24 10.24 8.924e+36 9.81e-06  13388 
triHPacyl.mmpmmmmmpd 1.268e+44 9.82  9.82  8.852e+36 9.73e-06  13389 
triHPacyl.mptmmppppd 6.334e+43 9.41  9.41  8.810e+36 9.68e-06  13390 
triHPacyl.mmmtptpmmd 6.123e+43 9.39  9.39  8.775e+36 9.64e-06  13391 
triHPacyl.tpmtmmtmpd 3.859e+44 10.49 10.49 8.764e+36 9.63e-06  13392 
triHPacyl.mtmppmmmmd 4.174e+43 9.17  9.17  8.714e+36 9.58e-06  13393 
triHPacyl.tpttpptpmd 3.138e+44 10.38 10.38 8.568e+36 9.42e-06  13394 
triHPacyl.ttmtpttmmd 2.872e+44 10.33 10.33 8.539e+36 9.38e-06  13395 
triHPacyl.mmmppmtmmd 1.398e+44 9.91  9.91  8.469e+36 9.31e-06  13396 
triHPacyl.pmppmmmppd 3.438e+43 9.07  9.07  8.440e+36 9.27e-06  13397 
triHPacyl.mmtmmmpppd 1.522e+44 9.96  9.96  8.377e+36 9.21e-06  13398 
triHPacyl.ptmtmmpmpd 6.046e+44 10.79 10.79 8.375e+36 9.2e-06   13399 
triHPacyl.mpmtpmmppd 3.750e+44 10.51 10.51 8.215e+36 9.03e-06  13400 
triHPacyl.mmmmmmpmmd 1.098e+44 9.78  9.78  8.206e+36 9.02e-06  13401 
triHPacyl.tmptpttpmd 1.074e+45 11.14 11.14 8.196e+36 9.01e-06  13402 
triHPacyl.mmppmpmpmd 5.759e+43 9.40  9.40  8.186e+36 8.99e-06  13403 
triHPacyl.tpptppppmd 2.807e+44 10.34 10.34 8.184e+36 8.99e-06  13404 
triHPacyl.tttpptpppd 8.302e+44 10.99 10.99 8.177e+36 8.98e-06  13405 
triHPacyl.ppmtptpppd 2.961e+44 10.38 10.38 8.167e+36 8.97e-06  13406 
triHPacyl.mmpppmmppd 3.109e+43 9.03  9.03  8.153e+36 8.96e-06  13407 
triHPacyl.mmtmmttmmd 2.285e+45 11.60 11.60 8.152e+36 8.96e-06  13408 
triHPacyl.mmppmmmmmd 5.492e+43 9.37  9.37  8.139e+36 8.94e-06  13409 
triHPacyl.mmmtmttppd 2.860e+44 10.36 10.36 8.099e+36 8.9e-06   13410 
triHPacyl.tpppmmmppd 4.603e+43 9.28  9.28  8.041e+36 8.84e-06  13411 
triHPacyl.tmmppttmpd 8.555e+43 9.66  9.66  7.821e+36 8.59e-06  13412 
triHPacyl.mmtppptmpd 8.036e+43 9.63  9.63  7.813e+36 8.59e-06  13413 
triHPacyl.tmtppptmpd 2.121e+44 10.21 10.21 7.749e+36 8.51e-06  13414 
triHPacyl.tppmmmmpmd 5.040e+44 10.73 10.73 7.654e+36 8.41e-06  13415 
triHPacyl.mmmpmttppd 4.468e+43 9.29  9.29  7.605e+36 8.36e-06  13416 
triHPacyl.tppmppppmd 4.197e+43 9.26  9.26  7.597e+36 8.35e-06  13417 
triHPacyl.ptpmmmtmmd 5.779e+43 9.45  9.45  7.579e+36 8.33e-06  13418 
triHPacyl.ptptmmmmmd 8.825e+43 9.70  9.70  7.513e+36 8.26e-06  13419 
triHPacyl.pmpppttmmd 4.656e+43 9.32  9.32  7.501e+36 8.24e-06  13420 
triHPacyl.pmtmmmtmmd 7.400e+43 9.61  9.61  7.442e+36 8.18e-06  13421 
triHPacyl.ptpmmppmpd 1.313e+43 8.58  8.58  7.388e+36 8.12e-06  13422 
triHPacyl.tpmtmmtppd 7.069e+44 10.96 10.96 7.276e+36 7.99e-06  13423 
triHPacyl.tppmpmppmd 1.582e+44 10.08 10.08 7.224e+36 7.94e-06  13424 
triHPacyl.pmmpptpppd 3.870e+43 9.24  9.24  7.190e+36 7.9e-06   13425 
triHPacyl.tpmppmtmpd 1.071e+44 9.85  9.85  7.176e+36 7.88e-06  13426 
triHPacyl.mmptpmpmpd 9.235e+43 9.76  9.76  7.125e+36 7.83e-06  13427 
triHPacyl.tmptmttmpd 3.859e+44 10.62 10.62 7.100e+36 7.8e-06   13428 
triHPacyl.tpmtmptppd 7.747e+44 11.04 11.04 7.043e+36 7.74e-06  13429 
triHPacyl.mttmmmpmmd 2.525e+44 10.37 10.37 7.021e+36 7.71e-06  13430 
triHPacyl.tmttpmmpmd 6.250e+44 10.91 10.91 7.019e+36 7.71e-06  13431 
triHPacyl.mpppmpmmpd 1.406e+44 10.03 10.03 6.965e+36 7.65e-06  13432 
triHPacyl.mpmmmttmpd 7.208e+43 9.63  9.63  6.919e+36 7.6e-06   13433 
triHPacyl.tttppmtppd 1.589e+44 10.11 10.11 6.875e+36 7.55e-06  13434 
triHPacyl.ptttmttmpd 2.180e+44 10.30 10.30 6.844e+36 7.52e-06  13435 
triHPacyl.tmmppttppd 1.158e+44 9.93  9.93  6.808e+36 7.48e-06  13436 
triHPacyl.tmpmptmpmd 2.679e+43 9.05  9.05  6.799e+36 7.47e-06  13437 
triHPacyl.mmptpmmmmd 1.966e+44 10.24 10.24 6.767e+36 7.44e-06  13438 
triHPacyl.mtmtpttpmd 4.280e+43 9.34  9.34  6.739e+36 7.41e-06  13439 
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triHPacyl.mpptmtpmmd 1.783e+44 10.19 10.19 6.689e+36 7.35e-06  13440 
triHPacyl.tpmtmptmpd 4.764e+44 10.78 10.78 6.678e+36 7.34e-06  13441 
triHPacyl.tptmpmpmmd 3.305e+44 10.56 10.56 6.674e+36 7.33e-06  13442 
triHPacyl.mpptppppmd 9.308e+43 9.81  9.81  6.656e+36 7.31e-06  13443 
triHPacyl.mtmmmtppmd 3.896e+44 10.67 10.67 6.612e+36 7.27e-06  13444 
triHPacyl.mttpmmmmpd 1.164e+44 9.95  9.95  6.599e+36 7.25e-06  13445 
triHPacyl.ptptmttpmd 2.093e+44 10.31 10.31 6.483e+36 7.12e-06  13446 
triHPacyl.ttmppppmmd 1.269e+44 10.01 10.01 6.480e+36 7.12e-06  13447 
triHPacyl.ptmtmmtmpd 3.459e+44 10.61 10.61 6.401e+36 7.03e-06  13448 
triHPacyl.ptptmmppmd 3.120e+44 10.55 10.55 6.391e+36 7.02e-06  13449 
triHPacyl.ptmtmmtmmd 5.658e+44 10.91 10.91 6.362e+36 6.99e-06  13450 
triHPacyl.tttmpmmmmd 5.390e+43 9.51  9.51  6.356e+36 6.98e-06  13451 
triHPacyl.tmptpptppd 1.906e+44 10.26 10.26 6.353e+36 6.98e-06  13452 
triHPacyl.pttmmmtmpd 1.418e+44 10.10 10.10 6.241e+36 6.86e-06  13453 
triHPacyl.mpttptmppd 1.317e+44 10.05 10.05 6.240e+36 6.86e-06  13454 
triHPacyl.mmttmmpppd 5.006e+44 10.85 10.85 6.222e+36 6.84e-06  13455 
triHPacyl.mpmtpmmmpd 2.702e+44 10.49 10.49 6.210e+36 6.82e-06  13456 
triHPacyl.pmppptppmd 5.366e+43 9.53  9.53  6.113e+36 6.72e-06  13457 
triHPacyl.mpttmtmppd 1.478e+44 10.14 10.14 6.082e+36 6.68e-06  13458 
triHPacyl.tpmmpttmmd 3.096e+44 10.58 10.58 6.070e+36 6.67e-06  13459 
triHPacyl.mmttptpmpd 2.240e+44 10.40 10.40 5.943e+36 6.53e-06  13460 
triHPacyl.mmmtpppmmd 2.020e+43 8.97  8.97  5.898e+36 6.48e-06  13461 
triHPacyl.mtmppmmmpd 6.622e+43 9.69  9.69  5.766e+36 6.34e-06  13462 
triHPacyl.ttttptmmmd 1.061e+44 9.98  9.98  5.727e+36 6.29e-06  13463 
triHPacyl.mptppmtmmd 2.361e+44 10.46 10.46 5.697e+36 6.26e-06  13464 
triHPacyl.pmmtmttppd 1.116e+44 10.02 10.02 5.631e+36 6.19e-06  13465 
triHPacyl.mpttmtpmpd 1.170e+45 11.42 11.42 5.620e+36 6.18e-06  13466 
triHPacyl.ptptmppmmd 6.236e+43 9.68  9.68  5.571e+36 6.12e-06  13467 
triHPacyl.tpttpttmpd 9.231e+44 11.28 11.28 5.552e+36 6.1e-06   13468 
triHPacyl.mttppmtmpd 2.900e+44 10.60 10.60 5.538e+36 6.09e-06  13469 
triHPacyl.mmttmtmmpd 2.419e+44 10.49 10.49 5.530e+36 6.08e-06  13470 
triHPacyl.pmmtmttmpd 9.220e+43 9.92  9.92  5.450e+36 5.99e-06  13471 
triHPacyl.mpppmmpmpd 7.209e+43 9.78  9.78  5.417e+36 5.95e-06  13472 
triHPacyl.mpptmtpmpd 6.276e+43 9.70  9.70  5.403e+36 5.94e-06  13473 
triHPacyl.ttptmtppmd 1.178e+44 10.08 10.08 5.368e+36 5.9e-06   13474 
triHPacyl.tpmppptpmd 1.553e+44 10.25 10.25 5.338e+36 5.87e-06  13475 
triHPacyl.mptppmpmmd 1.715e+44 10.31 10.31 5.317e+36 5.84e-06  13476 
triHPacyl.mmttmpmmmd 3.514e+44 10.74 10.74 5.308e+36 5.83e-06  13477 
triHPacyl.pmmppmpppd 1.783e+43 8.96  8.96  5.269e+36 5.79e-06  13478 
triHPacyl.pmpppmmppd 1.800e+43 8.97  8.97  5.255e+36 5.77e-06  13479 
triHPacyl.tptpppppmd 1.432e+44 10.22 10.22 5.176e+36 5.69e-06  13480 
triHPacyl.ttmtpttpmd 4.911e+44 10.95 10.95 5.166e+36 5.68e-06  13481 
triHPacyl.mmtpmttmpd 5.358e+44 11.01 11.01 5.153e+36 5.66e-06  13482 
triHPacyl.mmmtmtpppd 3.111e+44 10.69 10.69 5.102e+36 5.61e-06  13483 
triHPacyl.tpmmpmppmd 3.576e+44 10.78 10.78 5.055e+36 5.55e-06  13484 
triHPacyl.ptmtmttmmd 3.753e+43 9.43  9.43  5.047e+36 5.55e-06  13485 
triHPacyl.tpttpmmmmd 1.715e+44 10.34 10.34 4.996e+36 5.49e-06  13486 
triHPacyl.mmppmptppd 2.062e+44 10.46 10.46 4.948e+36 5.44e-06  13487 
triHPacyl.mpmmmtpppd 3.897e+43 9.47  9.47  4.928e+36 5.42e-06  13488 
triHPacyl.mtmtmmtmpd 4.644e+44 10.95 10.95 4.926e+36 5.41e-06  13489 
triHPacyl.mtttmtmmmd 1.083e+44 10.08 10.08 4.915e+36 5.4e-06   13490 
triHPacyl.ttmpmttmmd 1.312e+44 10.20 10.20 4.896e+36 5.38e-06  13491 
triHPacyl.mmmtmttmpd 3.230e+44 10.73 10.73 4.887e+36 5.37e-06  13492 
triHPacyl.tmmtptpmpd 4.026e+44 10.87 10.87 4.866e+36 5.35e-06  13493 
triHPacyl.tpmpmttmpd 2.984e+44 10.69 10.69 4.828e+36 5.31e-06  13494 
triHPacyl.pmptpttpmd 1.396e+44 10.24 10.24 4.821e+36 5.3e-06   13495 
triHPacyl.mpmmmttppd 9.224e+43 10.00 10.00 4.796e+36 5.27e-06  13496 
triHPacyl.mpmtpmpmmd 1.805e+44 10.41 10.41 4.748e+36 5.22e-06  13497 
triHPacyl.ttptpttppd 1.327e+44 10.22 10.22 4.739e+36 5.21e-06  13498 
triHPacyl.tttmpmtmpd 1.042e+44 10.08 10.08 4.702e+36 5.17e-06  13499 
triHPacyl.ptmpmmmmmd 8.094e+43 9.93  9.93  4.693e+36 5.16e-06  13500 
triHPacyl.tpmmmtppmd 1.616e+44 10.35 10.35 4.687e+36 5.15e-06  13501 
triHPacyl.mmmmmptmmd 4.699e+45 12.36 12.36 4.641e+36 5.1e-06   13502 
triHPacyl.mmmppmmmpd 4.772e+43 9.63  9.63  4.641e+36 5.1e-06   13503 
triHPacyl.mpppmttmpd 4.500e+44 10.96 10.96 4.633e+36 5.09e-06  13504 
triHPacyl.mttpmmtppd 1.393e+44 10.27 10.27 4.608e+36 5.06e-06  13505 
triHPacyl.mtmppttppd 2.404e+44 10.60 10.60 4.582e+36 5.03e-06  13506 
triHPacyl.ptpmmmmmmd 2.342e+43 9.21  9.21  4.581e+36 5.03e-06  13507 
triHPacyl.tmptmmpppd 6.447e+44 11.19 11.19 4.570e+36 5.02e-06  13508 
triHPacyl.tpmtpmpmmd 5.111e+44 11.05 11.05 4.567e+36 5.02e-06  13509 
triHPacyl.tmptmttmmd 3.812e+44 10.89 10.89 4.462e+36 4.9e-06   13510 
triHPacyl.pmptmmtmpd 3.314e+44 10.80 10.80 4.457e+36 4.9e-06   13511 
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triHPacyl.mtttmttpmd 1.881e+44 10.48 10.48 4.391e+36 4.83e-06  13512 
triHPacyl.ptpmmttmpd 5.960e+43 9.79  9.79  4.372e+36 4.8e-06   13513 
triHPacyl.tpttpmmppd 1.825e+44 10.47 10.47 4.310e+36 4.74e-06  13514 
triHPacyl.pmmpmtppmd 3.773e+43 9.53  9.53  4.295e+36 4.72e-06  13515 
triHPacyl.mptpmmmpmd 8.113e+43 9.99  9.99  4.267e+36 4.69e-06  13516 
triHPacyl.ptttmttmmd 4.299e+44 10.99 10.99 4.228e+36 4.65e-06  13517 
triHPacyl.tpmppmmppd 3.386e+43 9.48  9.48  4.208e+36 4.62e-06  13518 
triHPacyl.ttttpttpmd 1.441e+44 10.35 10.35 4.169e+36 4.58e-06  13519 
triHPacyl.pmppmmpmpd 1.724e+44 10.46 10.46 4.169e+36 4.58e-06  13520 
triHPacyl.tpmtpmmpmd 1.416e+44 10.34 10.34 4.152e+36 4.56e-06  13521 
triHPacyl.pmmtmmppmd 6.183e+43 9.85  9.85  4.150e+36 4.56e-06  13522 
triHPacyl.mtmpmmpmmd 1.552e+44 10.40 10.40 4.135e+36 4.54e-06  13523 
triHPacyl.tptmppppmd 3.253e+44 10.84 10.84 4.125e+36 4.53e-06  13524 
triHPacyl.mmtpmmpmmd 4.736e+43 9.69  9.69  4.104e+36 4.51e-06  13525 
triHPacyl.pmppmmpppd 2.014e+44 10.57 10.57 4.048e+36 4.45e-06  13526 
triHPacyl.mptppmmpmd 6.357e+43 9.88  9.88  4.035e+36 4.43e-06  13527 
triHPacyl.mptpmmpppd 2.789e+44 10.76 10.76 4.034e+36 4.43e-06  13528 
triHPacyl.pmmtmpppmd 2.416e+43 9.31  9.31  3.973e+36 4.37e-06  13529 
triHPacyl.tmptppmmmd 1.337e+44 10.33 10.33 3.960e+36 4.35e-06  13530 
triHPacyl.tptmpttmmd 4.442e+44 11.05 11.05 3.954e+36 4.34e-06  13531 
triHPacyl.mtppmmtppd 1.022e+44 10.18 10.18 3.912e+36 4.3e-06   13532 
triHPacyl.mmpmpmmmmd 2.308e+43 9.30  9.30  3.901e+36 4.29e-06  13533 
triHPacyl.ptptmtppmd 2.175e+44 10.64 10.64 3.848e+36 4.23e-06  13534 
triHPacyl.pmmpmmtmmd 1.823e+44 10.54 10.54 3.837e+36 4.22e-06  13535 
triHPacyl.ttptpmtpmd 1.564e+45 11.83 11.83 3.800e+36 4.18e-06  13536 
triHPacyl.tttmptpppd 2.216e+44 10.66 10.66 3.800e+36 4.18e-06  13537 
triHPacyl.tpmmppppmd 7.242e+44 11.37 11.37 3.799e+36 4.17e-06  13538 
triHPacyl.pmttmmtmmd 3.475e+44 10.94 10.94 3.715e+36 4.08e-06  13539 
triHPacyl.mtmppmppmd 1.096e+44 10.26 10.26 3.702e+36 4.07e-06  13540 
triHPacyl.mpmmmtmpmd 3.749e+43 9.62  9.62  3.674e+36 4.04e-06  13541 
triHPacyl.tpttpmtppd 4.322e+44 11.08 11.08 3.661e+36 4.02e-06  13542 
triHPacyl.mmptmtmpmd 5.585e+43 9.86  9.86  3.648e+36 4.01e-06  13543 
triHPacyl.ttptppmpmd 2.658e+44 10.81 10.81 3.569e+36 3.92e-06  13544 
triHPacyl.pmmpmttmmd 5.239e+43 9.84  9.84  3.558e+36 3.91e-06  13545 
triHPacyl.mtmtpmtpmd 3.385e+44 10.96 10.96 3.531e+36 3.88e-06  13546 
triHPacyl.mmmtptpmpd 1.305e+44 10.40 10.40 3.483e+36 3.83e-06  13547 
triHPacyl.tpmtmmpppd 3.393e+44 10.97 10.97 3.465e+36 3.81e-06  13548 
triHPacyl.tppmmmppmd 8.049e+43 10.12 10.12 3.419e+36 3.76e-06  13549 
triHPacyl.ttmtpmtmpd 4.989e+44 11.21 11.21 3.398e+36 3.73e-06  13550 
triHPacyl.mtmtmmtmmd 6.431e+44 11.37 11.37 3.376e+36 3.71e-06  13551 
triHPacyl.mttmmmtpmd 1.420e+44 10.47 10.47 3.327e+36 3.66e-06  13552 
triHPacyl.mptpmmpmpd 3.160e+44 10.95 10.95 3.322e+36 3.65e-06  13553 
triHPacyl.mmpmmtmpmd 1.923e+43 9.30  9.30  3.245e+36 3.57e-06  13554 
triHPacyl.mppmmtpmmd 2.495e+44 10.84 10.84 3.180e+36 3.49e-06  13555 
triHPacyl.tpttpppppd 3.457e+44 11.03 11.03 3.169e+36 3.48e-06  13556 
triHPacyl.mmmpmtmmpd 2.598e+43 9.49  9.49  3.163e+36 3.48e-06  13557 
triHPacyl.mpptmtmmpd 3.621e+43 9.69  9.69  3.162e+36 3.47e-06  13558 
triHPacyl.mtmtmttpmd 5.565e+44 11.32 11.32 3.142e+36 3.45e-06  13559 
triHPacyl.ptpmmmpmpd 2.225e+43 9.40  9.40  3.138e+36 3.45e-06  13560 
triHPacyl.pttpmppmmd 4.276e+43 9.80  9.80  3.099e+36 3.41e-06  13561 
triHPacyl.mmtpmtpmpd 1.673e+44 10.62 10.62 3.083e+36 3.39e-06  13562 
triHPacyl.mpttmmtpmd 2.337e+44 10.82 10.82 3.054e+36 3.36e-06  13563 
triHPacyl.tpptpptpmd 4.803e+44 11.26 11.26 3.023e+36 3.32e-06  13564 
triHPacyl.mmpmptmpmd 2.145e+43 9.41  9.41  2.998e+36 3.29e-06  13565 
triHPacyl.tpmpmttppd 5.153e+44 11.31 11.31 2.992e+36 3.29e-06  13566 
triHPacyl.mpttmttppd 1.811e+44 10.68 10.68 2.989e+36 3.28e-06  13567 
triHPacyl.pmptpttmpd 9.199e+43 10.28 10.28 2.968e+36 3.26e-06  13568 
triHPacyl.tttppmmmpd 8.262e+43 10.22 10.22 2.958e+36 3.25e-06  13569 
triHPacyl.tttmpmtpmd 1.158e+44 10.42 10.42 2.954e+36 3.25e-06  13570 
triHPacyl.mtmmmtpppd 3.890e+44 11.15 11.15 2.951e+36 3.24e-06  13571 
triHPacyl.tmptmtpppd 7.053e+44 11.50 11.50 2.947e+36 3.24e-06  13572 
triHPacyl.mmtmmmmpmd 9.272e+43 10.30 10.30 2.930e+36 3.22e-06  13573 
triHPacyl.mmmppmmppd 3.847e+43 9.77  9.77  2.925e+36 3.21e-06  13574 
triHPacyl.mttmpttmmd 9.725e+43 10.33 10.33 2.922e+36 3.21e-06  13575 
triHPacyl.mpttmmmmmd 1.785e+44 10.69 10.69 2.921e+36 3.21e-06  13576 
triHPacyl.ttttpttppd 1.225e+44 10.46 10.46 2.921e+36 3.21e-06  13577 
triHPacyl.mmmtmmtppd 5.539e+44 11.37 11.37 2.896e+36 3.18e-06  13578 
triHPacyl.mpmtpmtmmd 2.887e+44 10.98 10.98 2.896e+36 3.18e-06  13579 
triHPacyl.ptmtmmppmd 5.859e+43 10.04 10.04 2.863e+36 3.15e-06  13580 
triHPacyl.pmttmmtmpd 2.441e+44 10.89 10.89 2.858e+36 3.14e-06  13581 
triHPacyl.pptmmmmpmd 1.497e+44 10.60 10.60 2.858e+36 3.14e-06  13582 
triHPacyl.mtpmppmmmd 3.768e+43 9.78  9.78  2.843e+36 3.12e-06  13583 
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triHPacyl.tmppptmppd 3.792e+43 9.78  9.78  2.833e+36 3.11e-06  13584 
triHPacyl.mtptmpmpmd 2.356e+44 10.88 10.88 2.816e+36 3.09e-06  13585 
triHPacyl.tpmpmmtmpd 1.180e+44 10.47 10.47 2.793e+36 3.07e-06  13586 
triHPacyl.mpptmppppd 4.797e+43 9.94  9.94  2.757e+36 3.03e-06  13587 
triHPacyl.tpptpppppd 2.212e+44 10.85 10.85 2.753e+36 3.02e-06  13588 
triHPacyl.tpttpttmmd 1.050e+45 11.78 11.78 2.749e+36 3.02e-06  13589 
triHPacyl.mmttpmtmpd 3.966e+44 11.21 11.21 2.696e+36 2.96e-06  13590 
triHPacyl.mtppmmmmpd 4.234e+43 9.88  9.88  2.695e+36 2.96e-06  13591 
triHPacyl.pmmtmptmmd 2.614e+43 9.59  9.59  2.692e+36 2.96e-06  13592 
triHPacyl.mptpmppppd 1.704e+44 10.71 10.71 2.675e+36 2.94e-06  13593 
triHPacyl.mmptmtmppd 8.323e+43 10.29 10.29 2.664e+36 2.93e-06  13594 
triHPacyl.mtptpmppmd 1.693e+44 10.71 10.71 2.653e+36 2.92e-06  13595 
triHPacyl.ttpppmtppd 1.225e+44 10.52 10.52 2.646e+36 2.91e-06  13596 
triHPacyl.mpptmmpmmd 2.479e+44 10.95 10.95 2.626e+36 2.89e-06  13597 
triHPacyl.pmptpmpppd 3.222e+43 9.73  9.73  2.619e+36 2.88e-06  13598 
triHPacyl.mpptpmtmmd 2.120e+44 10.86 10.86 2.583e+36 2.84e-06  13599 
triHPacyl.tpptppmmpd 2.140e+44 10.88 10.88 2.537e+36 2.79e-06  13600 
triHPacyl.mmttmpmmpd 7.100e+44 11.60 11.60 2.529e+36 2.78e-06  13601 
triHPacyl.ttptpttmmd 4.782e+44 11.36 11.36 2.524e+36 2.77e-06  13602 
triHPacyl.ttmppmtmpd 7.994e+44 11.67 11.67 2.500e+36 2.75e-06  13603 
triHPacyl.mtttmttppd 1.540e+44 10.70 10.70 2.476e+36 2.72e-06  13604 
triHPacyl.tmmtpmtmpd 1.221e+45 11.93 11.93 2.472e+36 2.72e-06  13605 
triHPacyl.mtppptmppd 3.013e+43 9.73  9.73  2.454e+36 2.7e-06   13606 
triHPacyl.mpmtppmpmd 8.623e+43 10.36 10.36 2.428e+36 2.67e-06  13607 
triHPacyl.mmptmtmmpd 8.721e+43 10.37 10.37 2.422e+36 2.66e-06  13608 
triHPacyl.tmpmpmpmpd 3.976e+43 9.91  9.91  2.401e+36 2.64e-06  13609 
triHPacyl.mpptmmtppd 1.633e+44 10.76 10.76 2.383e+36 2.62e-06  13610 
triHPacyl.mpmmmptppd 2.494e+44 11.02 11.02 2.328e+36 2.56e-06  13611 
triHPacyl.mtppmtmmpd 3.360e+43 9.84  9.84  2.269e+36 2.49e-06  13612 
triHPacyl.ptmpmmtppd 5.832e+43 10.19 10.19 2.203e+36 2.42e-06  13613 
triHPacyl.tpttppppmd 3.666e+44 11.29 11.29 2.199e+36 2.42e-06  13614 
triHPacyl.ttttptmmpd 1.175e+44 10.61 10.61 2.196e+36 2.41e-06  13615 
triHPacyl.ptmtmmpmmd 4.697e+44 11.44 11.44 2.186e+36 2.4e-06   13616 
triHPacyl.tpmtpttmpd 6.036e+44 11.59 11.59 2.179e+36 2.39e-06  13617 
triHPacyl.mtptpmtpmd 8.327e+44 11.78 11.78 2.179e+36 2.39e-06  13618 
triHPacyl.mmmppmtmpd 1.122e+44 10.59 10.59 2.160e+36 2.37e-06  13619 
triHPacyl.ttmpmmppmd 3.528e+44 11.28 11.28 2.156e+36 2.37e-06  13620 
triHPacyl.mmmtmppmmd 2.166e+43 9.62  9.62  2.126e+36 2.34e-06  13621 
triHPacyl.mpttptmpmd 2.231e+44 11.01 11.01 2.125e+36 2.33e-06  13622 
triHPacyl.mpttmtmpmd 1.482e+44 10.77 10.77 2.105e+36 2.31e-06  13623 
triHPacyl.ttppptmmpd 6.123e+43 10.25 10.25 2.093e+36 2.3e-06   13624 
triHPacyl.mmpmpmpmmd 3.340e+43 9.89  9.89  2.080e+36 2.29e-06  13625 
triHPacyl.mtmppmtmmd 3.467e+44 11.30 11.30 2.046e+36 2.25e-06  13626 
triHPacyl.mptmptmpmd 1.033e+44 10.58 10.58 2.029e+36 2.23e-06  13627 
triHPacyl.pmmpmmmppd 6.381e+43 10.30 10.30 2.016e+36 2.22e-06  13628 
triHPacyl.mptpmmmppd 2.006e+44 10.98 10.98 2.008e+36 2.21e-06  13629 
triHPacyl.mmmpmmtmpd 5.663e+43 10.23 10.23 1.991e+36 2.19e-06  13630 
triHPacyl.tpmtpttmmd 1.298e+45 12.11 12.11 1.956e+36 2.15e-06  13631 
triHPacyl.mpptmmpmpd 1.171e+44 10.68 10.68 1.951e+36 2.14e-06  13632 
triHPacyl.ptptmtpppd 2.260e+43 9.70  9.70  1.945e+36 2.14e-06  13633 
triHPacyl.mmmpmmtppd 5.180e+43 10.19 10.19 1.944e+36 2.14e-06  13634 
triHPacyl.mtppppmppd 3.445e+43 9.95  9.95  1.943e+36 2.14e-06  13635 
triHPacyl.tmmppmmmpd 6.079e+43 10.29 10.29 1.938e+36 2.13e-06  13636 
triHPacyl.ppmppppppd 8.001e+43 10.46 10.46 1.932e+36 2.12e-06  13637 
triHPacyl.tmtmpppmmd 6.967e+44 11.75 11.75 1.932e+36 2.12e-06  13638 
triHPacyl.mttpmtppmd 5.575e+44 11.61 11.61 1.932e+36 2.12e-06  13639 
triHPacyl.mmptpmpmmd 6.482e+43 10.34 10.34 1.909e+36 2.1e-06   13640 
triHPacyl.mmttpmtmmd 4.455e+44 11.49 11.49 1.899e+36 2.09e-06  13641 
triHPacyl.mptmmtmpmd 9.694e+43 10.59 10.59 1.868e+36 2.05e-06  13642 
triHPacyl.mtptmmmmpd 1.901e+44 10.99 10.99 1.866e+36 2.05e-06  13643 
triHPacyl.mtmmmmppmd 5.550e+44 11.63 11.63 1.860e+36 2.04e-06  13644 
triHPacyl.ttmpmmtmmd 2.024e+44 11.03 11.03 1.857e+36 2.04e-06  13645 
triHPacyl.mtmtmmtpmd 1.553e+45 12.25 12.25 1.856e+36 2.04e-06  13646 
triHPacyl.mmmtmtmmpd 4.533e+44 11.51 11.51 1.854e+36 2.04e-06  13647 
triHPacyl.mttpmtpppd 4.267e+44 11.48 11.48 1.842e+36 2.02e-06  13648 
triHPacyl.mpmtptmmmd 2.123e+44 11.07 11.07 1.833e+36 2.01e-06  13649 
triHPacyl.pmpppmtmmd 4.421e+43 10.14 10.14 1.825e+36 2.01e-06  13650 
triHPacyl.tmtmpptmmd 2.211e+44 11.10 11.10 1.808e+36 1.99e-06  13651 
triHPacyl.mmmpmtpppd 3.814e+43 10.07 10.07 1.768e+36 1.94e-06  13652 
triHPacyl.mmttmttmpd 9.588e+44 11.99 11.99 1.756e+36 1.93e-06  13653 
triHPacyl.ptmpptmmmd 3.046e+43 9.94  9.94  1.743e+36 1.91e-06  13654 
triHPacyl.tpttpmmpmd 2.214e+44 11.13 11.13 1.725e+36 1.9e-06   13655 
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triHPacyl.tppmptmmmd 1.247e+44 10.79 10.79 1.722e+36 1.89e-06  13656 
triHPacyl.pmmtmptpmd 4.224e+43 10.16 10.16 1.689e+36 1.86e-06  13657 
triHPacyl.mmmtmtpmmd 4.769e+43 10.23 10.23 1.679e+36 1.84e-06  13658 
triHPacyl.pmmpmptmmd 3.458e+43 10.04 10.04 1.671e+36 1.84e-06  13659 
triHPacyl.mtptmmmpmd 3.013e+44 11.33 11.33 1.670e+36 1.83e-06  13660 
triHPacyl.mpptmtmpmd 9.629e+43 10.66 10.66 1.653e+36 1.82e-06  13661 
triHPacyl.ttmmpmppmd 5.752e+44 11.75 11.75 1.597e+36 1.75e-06  13662 
triHPacyl.tmmpptpppd 7.711e+43 10.55 10.55 1.589e+36 1.75e-06  13663 
triHPacyl.mpptmpmmpd 3.991e+44 11.53 11.53 1.580e+36 1.74e-06  13664 
triHPacyl.mtttmtmmpd 1.245e+44 10.84 10.84 1.570e+36 1.72e-06  13665 
triHPacyl.mptmmtpmmd 1.099e+45 12.15 12.15 1.546e+36 1.7e-06   13666 
triHPacyl.mttmmtpppd 1.289e+44 10.88 10.88 1.540e+36 1.69e-06  13667 
triHPacyl.mmptmttppd 1.363e+44 10.92 10.92 1.516e+36 1.67e-06  13668 
triHPacyl.ttmtpmtpmd 1.178e+45 12.21 12.21 1.511e+36 1.66e-06  13669 
triHPacyl.tpmtpmtmmd 8.822e+44 12.04 12.04 1.504e+36 1.65e-06  13670 
triHPacyl.mpttptpmpd 5.234e+44 11.74 11.74 1.472e+36 1.62e-06  13671 
triHPacyl.mpttmmpmpd 5.730e+44 11.80 11.80 1.451e+36 1.59e-06  13672 
triHPacyl.tmptppmppd 4.156e+43 10.24 10.24 1.430e+36 1.57e-06  13673 
triHPacyl.mmttpmpmpd 2.909e+44 11.41 11.41 1.429e+36 1.57e-06  13674 
triHPacyl.mpptmmpppd 4.630e+43 10.32 10.32 1.395e+36 1.53e-06  13675 
triHPacyl.mmmtpppmpd 1.493e+44 11.03 11.03 1.381e+36 1.52e-06  13676 
triHPacyl.tmttpmtmpd 6.784e+44 11.93 11.93 1.379e+36 1.52e-06  13677 
triHPacyl.mmtpmptmpd 9.411e+44 12.13 12.13 1.371e+36 1.51e-06  13678 
triHPacyl.mpttmtmmpd 1.342e+44 10.97 10.97 1.358e+36 1.49e-06  13679 
triHPacyl.mtmppmtppd 5.697e+43 10.47 10.47 1.339e+36 1.47e-06  13680 
triHPacyl.mpptmttpmd 4.337e+44 11.69 11.69 1.331e+36 1.46e-06  13681 
triHPacyl.ttmtpmtmmd 4.359e+44 11.69 11.69 1.324e+36 1.45e-06  13682 
triHPacyl.mppmmptmmd 1.300e+44 10.98 10.98 1.308e+36 1.44e-06  13683 
triHPacyl.ttmpmtppmd 8.494e+43 10.74 10.74 1.282e+36 1.41e-06  13684 
triHPacyl.mpptpmppmd 1.404e+44 11.05 11.05 1.259e+36 1.38e-06  13685 
triHPacyl.ptppmppmpd 1.295e+43 9.63  9.63  1.257e+36 1.38e-06  13686 
triHPacyl.pmptmmpppd 1.650e+44 11.15 11.15 1.242e+36 1.37e-06  13687 
triHPacyl.mttmpmtmpd 1.100e+44 10.91 10.91 1.234e+36 1.36e-06  13688 
triHPacyl.tmpmppmmmd 1.347e+44 11.04 11.04 1.222e+36 1.34e-06  13689 
triHPacyl.tpmtpmppmd 3.566e+44 11.62 11.62 1.217e+36 1.34e-06  13690 
triHPacyl.mpttmtpmmd 5.538e+44 11.89 11.89 1.210e+36 1.33e-06  13691 
triHPacyl.mtmtmtmmmd 3.035e+43 10.16 10.16 1.210e+36 1.33e-06  13692 
triHPacyl.mmtmptpmmd 1.015e+44 10.88 10.88 1.204e+36 1.32e-06  13693 
triHPacyl.ptmtmppmpd 1.209e+44 10.99 10.99 1.187e+36 1.3e-06   13694 
triHPacyl.ttmtptmmmd 4.013e+43 10.34 10.34 1.182e+36 1.3e-06   13695 
triHPacyl.mtttmmmmmd 1.640e+44 11.18 11.18 1.181e+36 1.3e-06   13696 
triHPacyl.mtpmmmpppd 1.286e+44 11.04 11.04 1.160e+36 1.27e-06  13697 
triHPacyl.pmpppmppmd 4.367e+43 10.40 10.40 1.155e+36 1.27e-06  13698 
triHPacyl.tpmtpmpppd 6.598e+44 12.03 12.03 1.145e+36 1.26e-06  13699 
triHPacyl.tpmpppppmd 5.737e+43 10.57 10.57 1.143e+36 1.26e-06  13700 
triHPacyl.tpptppmmmd 1.859e+44 11.27 11.27 1.143e+36 1.26e-06  13701 
triHPacyl.ttmtptpppd 8.942e+44 12.21 12.21 1.138e+36 1.25e-06  13702 
triHPacyl.mmtmmppmmd 1.725e+45 12.60 12.60 1.135e+36 1.25e-06  13703 
triHPacyl.tpmtpttppd 8.299e+44 12.17 12.17 1.129e+36 1.24e-06  13704 
triHPacyl.ptptmmtmmd 1.764e+44 11.25 11.25 1.129e+36 1.24e-06  13705 
triHPacyl.mtptmmtpmd 8.624e+44 12.19 12.19 1.127e+36 1.24e-06  13706 
triHPacyl.tpmmpptmmd 4.777e+44 11.85 11.85 1.105e+36 1.21e-06  13707 
triHPacyl.mtpmpptppd 7.391e+43 10.74 10.74 1.101e+36 1.21e-06  13708 
triHPacyl.mpmtppppmd 9.195e+43 10.87 10.87 1.101e+36 1.21e-06  13709 
triHPacyl.tmpmpptpmd 7.764e+43 10.77 10.77 1.101e+36 1.21e-06  13710 
triHPacyl.tpppptmppd 7.073e+43 10.72 10.72 1.099e+36 1.21e-06  13711 
triHPacyl.mptpmmppmd 1.473e+44 11.16 11.16 1.099e+36 1.21e-06  13712 
triHPacyl.mppmmmpmmd 2.231e+44 11.41 11.41 1.096e+36 1.2e-06   13713 
triHPacyl.mpptmmmmpd 5.205e+43 10.55 10.55 1.077e+36 1.18e-06  13714 
triHPacyl.tpmtmtpppd 3.278e+44 11.65 11.65 1.074e+36 1.18e-06  13715 
triHPacyl.mpptmmtmpd 1.967e+44 11.34 11.34 1.073e+36 1.18e-06  13716 
triHPacyl.tttppmpppd 1.050e+45 12.34 12.34 1.068e+36 1.17e-06  13717 
triHPacyl.mttpmmppmd 1.400e+45 12.52 12.52 1.059e+36 1.16e-06  13718 
triHPacyl.mpttmmtppd 2.658e+44 11.54 11.54 1.048e+36 1.15e-06  13719 
triHPacyl.ptmtmppmmd 1.867e+44 11.33 11.33 1.048e+36 1.15e-06  13720 
triHPacyl.mtttpttmpd 1.993e+44 11.37 11.37 1.043e+36 1.15e-06  13721 
triHPacyl.ptttmtpmpd 1.719e+44 11.28 11.28 1.041e+36 1.14e-06  13722 
triHPacyl.mpptmtmmmd 1.276e+44 11.10 11.10 1.038e+36 1.14e-06  13723 
triHPacyl.mmtmmttppd 3.205e+44 11.67 11.67 1.015e+36 1.12e-06  13724 
triHPacyl.mpppmmpppd 1.549e+44 11.24 11.24 1.002e+36 1.1e-06   13725 
triHPacyl.tmmtpmpmpd 1.013e+45 12.36 12.36 1.000e+36 1.1e-06   13726 
triHPacyl.mmmtmtpmpd 1.102e+44 11.04 11.04 9.951e+35 1.09e-06  13727 
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triHPacyl.tmptpmmpmd 1.299e+44 11.14 11.14 9.931e+35 1.09e-06  13728 
triHPacyl.pmmtmmtmpd 2.520e+45 12.91 12.91 9.915e+35 1.09e-06  13729 
triHPacyl.mpttpmpmpd 6.947e+44 12.15 12.15 9.781e+35 1.07e-06  13730 
triHPacyl.mmptmpmmpd 1.676e+44 11.31 11.31 9.654e+35 1.06e-06  13731 
triHPacyl.mtptmmtmmd 3.090e+44 11.69 11.69 9.469e+35 1.04e-06  13732 
triHPacyl.mmptmtpmmd 8.201e+43 10.90 10.90 9.415e+35 1.03e-06  13733 
triHPacyl.ptmpmmtmmd 2.270e+44 11.51 11.51 9.349e+35 1.03e-06  13734 
triHPacyl.ttttptppmd 2.386e+45 12.91 12.91 9.343e+35 1.03e-06  13735 
triHPacyl.mtttmmtpmd 2.358e+44 11.54 11.54 9.284e+35 1.02e-06  13736 
triHPacyl.tptmpmmpmd 1.606e+44 11.31 11.31 9.251e+35 1.02e-06  13737 
triHPacyl.mtmmmmpppd 5.937e+44 12.09 12.09 9.246e+35 1.02e-06  13738 
triHPacyl.pttmmmpmmd 2.213e+44 11.50 11.50 9.232e+35 1.01e-06  13739 
triHPacyl.tpptptmppd 5.159e+44 12.02 12.02 9.091e+35 9.99e-07  13740 
triHPacyl.mmmtmmtmpd 4.959e+44 12.00 12.00 9.055e+35 9.95e-07  13741 
triHPacyl.tpptpmmpmd 1.101e+44 11.10 11.10 9.008e+35 9.9e-07   13742 
triHPacyl.mmptmtpmpd 9.849e+43 11.04 11.04 9.004e+35 9.89e-07  13743 
triHPacyl.mmttpmpmmd 3.105e+44 11.73 11.73 8.907e+35 9.79e-07  13744 
triHPacyl.mpmmmmpppd 2.574e+44 11.62 11.62 8.873e+35 9.75e-07  13745 
triHPacyl.pmptpmtmpd 6.386e+43 10.79 10.79 8.827e+35 9.7e-07   13746 
triHPacyl.ptttmmtmmd 8.764e+44 12.35 12.35 8.774e+35 9.64e-07  13747 
triHPacyl.ttttptpppd 1.009e+45 12.44 12.44 8.715e+35 9.58e-07  13748 
triHPacyl.mmttmttmmd 1.362e+45 12.63 12.63 8.616e+35 9.47e-07  13749 
triHPacyl.mpmtmtpmmd 4.930e+43 10.65 10.65 8.613e+35 9.46e-07  13750 
triHPacyl.mmtpmmpmpd 1.962e+44 11.47 11.47 8.600e+35 9.45e-07  13751 
triHPacyl.mtptmttmmd 3.540e+44 11.83 11.83 8.586e+35 9.43e-07  13752 
triHPacyl.ptmpmmppmd 1.709e+44 11.39 11.39 8.577e+35 9.42e-07  13753 
triHPacyl.pmptpmtpmd 8.109e+43 10.95 10.95 8.559e+35 9.41e-07  13754 
triHPacyl.mptmmmpmmd 1.002e+45 12.46 12.46 8.406e+35 9.24e-07  13755 
triHPacyl.ptttmmtmpd 3.008e+44 11.74 11.74 8.379e+35 9.21e-07  13756 
triHPacyl.mpmmmmmpmd 4.346e+43 10.60 10.60 8.304e+35 9.12e-07  13757 
triHPacyl.mttmpmtmmd 8.074e+43 10.97 10.97 8.240e+35 9.05e-07  13758 
triHPacyl.mmptmtpppd 9.072e+43 11.05 11.05 8.123e+35 8.93e-07  13759 
triHPacyl.mptpmpppmd 9.165e+43 11.06 11.06 8.035e+35 8.83e-07  13760 
triHPacyl.mpttmmmmpd 3.433e+44 11.85 11.85 7.999e+35 8.79e-07  13761 
triHPacyl.mmptmttmpd 2.540e+44 11.68 11.68 7.924e+35 8.71e-07  13762 
triHPacyl.tppmpmtpmd 3.703e+44 11.92 11.92 7.731e+35 8.49e-07  13763 
triHPacyl.mmpmppmpmd 3.946e+43 10.58 10.58 7.708e+35 8.47e-07  13764 
triHPacyl.mpptmmtmmd 7.209e+44 12.32 12.32 7.700e+35 8.46e-07  13765 
triHPacyl.mmmpmmmmpd 3.156e+43 10.45 10.45 7.696e+35 8.46e-07  13766 
triHPacyl.mtptmttpmd 8.220e+44 12.40 12.40 7.597e+35 8.35e-07  13767 
triHPacyl.mpptmptpmd 8.131e+44 12.40 12.40 7.491e+35 8.23e-07  13768 
triHPacyl.ppmpptpppd 1.280e+44 11.32 11.32 7.305e+35 8.03e-07  13769 
triHPacyl.mpmmmppppd 7.847e+43 11.03 11.03 7.224e+35 7.94e-07  13770 
triHPacyl.tmttpmtmmd 7.859e+44 12.41 12.41 7.210e+35 7.92e-07  13771 
triHPacyl.ttptpmmppd 2.270e+44 11.67 11.67 7.108e+35 7.81e-07  13772 
triHPacyl.mptmpmtmmd 2.920e+44 11.82 11.82 7.104e+35 7.81e-07  13773 
triHPacyl.mpppmppppd 9.734e+43 11.17 11.17 7.044e+35 7.74e-07  13774 
triHPacyl.tpttpptmpd 1.741e+45 12.90 12.90 6.919e+35 7.6e-07   13775 
triHPacyl.mpmtpmppmd 9.478e+43 11.17 11.17 6.915e+35 7.6e-07   13776 
triHPacyl.tptmpptmmd 1.217e+45 12.70 12.70 6.854e+35 7.53e-07  13777 
triHPacyl.ttmtptppmd 6.833e+44 12.36 12.36 6.780e+35 7.45e-07  13778 
triHPacyl.pmmpmtmppd 1.294e+43 10.01 10.01 6.638e+35 7.29e-07  13779 
triHPacyl.mpttpmmppd 2.283e+44 11.72 11.72 6.604e+35 7.26e-07  13780 
triHPacyl.mtttmmtppd 2.247e+44 11.71 11.71 6.599e+35 7.25e-07  13781 
triHPacyl.mtttmmmmpd 3.075e+44 11.91 11.91 6.471e+35 7.11e-07  13782 
triHPacyl.mptmmpppmd 2.316e+44 11.74 11.74 6.469e+35 7.11e-07  13783 
triHPacyl.mppmmttpmd 3.415e+43 10.60 10.60 6.463e+35 7.1e-07   13784 
triHPacyl.ptptmttmpd 5.852e+43 10.92 10.92 6.444e+35 7.08e-07  13785 
triHPacyl.mpttmppppd 2.407e+44 11.78 11.78 6.279e+35 6.9e-07   13786 
triHPacyl.mpttmmpppd 2.930e+44 11.90 11.90 6.229e+35 6.84e-07  13787 
triHPacyl.mmppmtmmpd 6.475e+43 11.01 11.01 6.220e+35 6.83e-07  13788 
triHPacyl.tmmpptpmpd 7.522e+43 11.10 11.10 6.183e+35 6.79e-07  13789 
triHPacyl.mtmtmtpppd 5.445e+44 12.29 12.29 6.116e+35 6.72e-07  13790 
triHPacyl.mpttmmpmmd 4.699e+44 12.21 12.21 6.008e+35 6.6e-07   13791 
triHPacyl.mmmpmmpppd 5.094e+43 10.88 10.88 5.993e+35 6.58e-07  13792 
triHPacyl.mmttmtpmpd 1.838e+44 11.66 11.66 5.877e+35 6.46e-07  13793 
triHPacyl.mpttmmmppd 2.782e+44 11.91 11.91 5.825e+35 6.4e-07   13794 
triHPacyl.tmmppmtppd 1.207e+44 11.42 11.42 5.813e+35 6.39e-07  13795 
triHPacyl.mtptmmmmmd 2.311e+44 11.80 11.80 5.812e+35 6.39e-07  13796 
triHPacyl.mtptmttppd 6.862e+43 11.09 11.09 5.723e+35 6.29e-07  13797 
triHPacyl.pttmmtpmmd 4.672e+44 12.23 12.23 5.716e+35 6.28e-07  13798 
triHPacyl.mmptmmmpmd 6.408e+43 11.05 11.05 5.681e+35 6.24e-07  13799 
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triHPacyl.tmptpttmmd 2.970e+45 13.34 13.34 5.653e+35 6.21e-07  13800 
triHPacyl.mmmtmppmpd 1.846e+44 11.69 11.69 5.622e+35 6.18e-07  13801 
triHPacyl.mmptmptppd 2.541e+44 11.88 11.88 5.612e+35 6.17e-07  13802 
triHPacyl.mttpmmpppd 7.257e+44 12.53 12.53 5.418e+35 5.95e-07  13803 
triHPacyl.tpmmptppmd 1.599e+44 11.63 11.63 5.362e+35 5.89e-07  13804 
triHPacyl.tmptptpppd 8.715e+44 12.66 12.66 5.210e+35 5.72e-07  13805 
triHPacyl.ttttpmtpmd 1.827e+44 11.74 11.74 5.134e+35 5.64e-07  13806 
triHPacyl.pmptptppmd 3.875e+44 12.19 12.19 5.098e+35 5.6e-07   13807 
triHPacyl.ttttpmmmmd 1.427e+44 11.60 11.60 5.069e+35 5.57e-07  13808 
triHPacyl.tmpmpmmpmd 2.877e+43 10.65 10.65 5.049e+35 5.55e-07  13809 
triHPacyl.mmmpptpppd 6.465e+43 11.13 11.13 5.036e+35 5.53e-07  13810 
triHPacyl.mpptmtmppd 1.887e+44 11.78 11.78 4.926e+35 5.41e-07  13811 
triHPacyl.tmmppmtmpd 8.238e+43 11.30 11.30 4.856e+35 5.34e-07  13812 
triHPacyl.mttmmmpppd 1.740e+44 11.78 11.78 4.561e+35 5.01e-07  13813 
triHPacyl.mpptmmppmd 1.584e+44 11.73 11.73 4.538e+35 4.99e-07  13814 
triHPacyl.mmppmpmmpd 5.499e+43 11.10 11.10 4.500e+35 4.94e-07  13815 
triHPacyl.mmppmtpmpd 2.987e+43 10.75 10.75 4.377e+35 4.81e-07  13816 
triHPacyl.tmptpptpmd 4.115e+44 12.32 12.32 4.368e+35 4.8e-07   13817 
triHPacyl.mptmmmppmd 2.289e+44 11.98 11.98 4.291e+35 4.72e-07  13818 
triHPacyl.mmptmmmppd 4.972e+43 11.07 11.07 4.278e+35 4.7e-07   13819 
triHPacyl.mpttmmppmd 3.296e+44 12.21 12.21 4.211e+35 4.63e-07  13820 
triHPacyl.mmmtmmpppd 3.193e+44 12.19 12.19 4.208e+35 4.62e-07  13821 
triHPacyl.tpmpmmpppd 8.352e+43 11.39 11.39 4.199e+35 4.61e-07  13822 
triHPacyl.mpmmmtpmmd 1.890e+44 11.89 11.89 4.108e+35 4.51e-07  13823 
triHPacyl.mpttmpppmd 2.425e+44 12.04 12.04 4.084e+35 4.49e-07  13824 
triHPacyl.mmtmpttmmd 2.977e+44 12.17 12.17 4.079e+35 4.48e-07  13825 
triHPacyl.mmttmmtmpd 1.430e+45 13.11 13.11 4.034e+35 4.43e-07  13826 
triHPacyl.mtttpmtmpd 2.110e+44 11.97 11.97 4.009e+35 4.41e-07  13827 
triHPacyl.tpmtpptmpd 9.585e+44 12.88 12.88 3.997e+35 4.39e-07  13828 
triHPacyl.mmpmmmmpmd 2.183e+43 10.62 10.62 3.993e+35 4.39e-07  13829 
triHPacyl.mpptmpppmd 1.114e+44 11.61 11.61 3.893e+35 4.28e-07  13830 
triHPacyl.tttmpmpppd 1.961e+44 11.95 11.95 3.855e+35 4.24e-07  13831 
triHPacyl.mtttmtpppd 6.565e+44 12.68 12.68 3.825e+35 4.2e-07   13832 
triHPacyl.tmpmpttpmd 1.152e+44 11.65 11.65 3.732e+35 4.1e-07   13833 
triHPacyl.ttttpmtppd 1.685e+44 11.90 11.90 3.631e+35 3.99e-07  13834 
triHPacyl.ttptpmtppd 8.719e+44 12.88 12.88 3.600e+35 3.96e-07  13835 
triHPacyl.mmttmtpmmd 2.815e+44 12.22 12.22 3.551e+35 3.9e-07   13836 
triHPacyl.ptmppttmmd 7.077e+43 11.40 11.40 3.488e+35 3.83e-07  13837 
triHPacyl.tpmtppppmd 4.092e+44 12.45 12.45 3.481e+35 3.83e-07  13838 
triHPacyl.ttptpmtmmd 3.033e+44 12.28 12.28 3.455e+35 3.8e-07   13839 
triHPacyl.mtppmmtmpd 2.229e+44 12.10 12.10 3.400e+35 3.74e-07  13840 
triHPacyl.tppmpmmpmd 1.967e+44 12.04 12.04 3.348e+35 3.68e-07  13841 
triHPacyl.tmppptpmpd 1.025e+44 11.65 11.65 3.335e+35 3.66e-07  13842 
triHPacyl.mpmtmpppmd 3.503e+43 11.01 11.01 3.317e+35 3.64e-07  13843 
triHPacyl.mppmmtmpmd 2.427e+43 10.81 10.81 3.226e+35 3.55e-07  13844 
triHPacyl.tpttpptmmd 1.699e+45 13.35 13.35 3.191e+35 3.51e-07  13845 
triHPacyl.ptptmptmmd 1.606e+44 11.95 11.95 3.185e+35 3.5e-07   13846 
triHPacyl.mpmtmmmppd 1.285e+44 11.82 11.82 3.142e+35 3.45e-07  13847 
triHPacyl.tmptptpmpd 6.568e+43 11.44 11.44 3.068e+35 3.37e-07  13848 
triHPacyl.mpptmpmmmd 1.957e+44 12.10 12.10 3.017e+35 3.31e-07  13849 
triHPacyl.mpmtmtmmmd 4.101e+43 11.18 11.18 2.931e+35 3.22e-07  13850 
triHPacyl.ttptpmmmpd 1.910e+44 12.10 12.10 2.931e+35 3.22e-07  13851 
triHPacyl.mpmtmmppmd 3.961e+43 11.16 11.16 2.918e+35 3.21e-07  13852 
triHPacyl.mtttpttmmd 1.576e+44 12.00 12.00 2.867e+35 3.15e-07  13853 
triHPacyl.ttpppmmmpd 3.934e+43 11.18 11.18 2.829e+35 3.11e-07  13854 
triHPacyl.tmptptpmmd 1.199e+44 11.85 11.85 2.818e+35 3.1e-07   13855 
triHPacyl.mppmmmtmmd 1.836e+44 12.10 12.10 2.800e+35 3.08e-07  13856 
triHPacyl.mmpmmmtmpd 5.404e+44 12.75 12.75 2.783e+35 3.06e-07  13857 
triHPacyl.tpmtpppppd 5.334e+44 12.75 12.75 2.747e+35 3.02e-07  13858 
triHPacyl.tmptpttmpd 1.541e+45 13.40 13.40 2.669e+35 2.93e-07  13859 
triHPacyl.tpmtpptmmd 1.476e+45 13.37 13.37 2.666e+35 2.93e-07  13860 
triHPacyl.mmtmpmpmmd 1.354e+44 11.96 11.96 2.631e+35 2.89e-07  13861 
triHPacyl.mtmtmtppmd 4.142e+44 12.63 12.63 2.590e+35 2.85e-07  13862 
triHPacyl.mmmtmmmmpd 7.275e+44 12.98 12.98 2.565e+35 2.82e-07  13863 
triHPacyl.tpmpmtpppd 1.791e+44 12.17 12.17 2.434e+35 2.67e-07  13864 
triHPacyl.mpttmmmpmd 3.097e+44 12.50 12.50 2.432e+35 2.67e-07  13865 
triHPacyl.mmpmptppmd 3.045e+43 11.17 11.17 2.210e+35 2.43e-07  13866 
triHPacyl.mmptmtmmmd 9.558e+43 11.86 11.86 2.195e+35 2.41e-07  13867 
triHPacyl.mpttpmmpmd 3.348e+44 12.61 12.61 2.176e+35 2.39e-07  13868 
triHPacyl.pmppppmmpd 2.229e+43 11.00 11.00 2.164e+35 2.38e-07  13869 
triHPacyl.mpmtmmpmmd 6.624e+43 11.66 11.66 2.136e+35 2.35e-07  13870 
triHPacyl.mpttptpppd 9.215e+44 13.23 13.23 2.122e+35 2.33e-07  13871 
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triHPacyl.ptttmppmpd 1.037e+44 11.93 11.93 2.115e+35 2.32e-07  13872 
triHPacyl.mmttmmtmmd 2.066e+45 13.73 13.73 2.073e+35 2.28e-07  13873 
triHPacyl.mppmmtmmmd 2.168e+43 11.03 11.03 1.991e+35 2.19e-07  13874 
triHPacyl.mpmtmttpmd 1.014e+44 11.97 11.97 1.946e+35 2.14e-07  13875 
triHPacyl.mmttmmpmpd 2.443e+44 12.50 12.50 1.929e+35 2.12e-07  13876 
triHPacyl.mtppmmmppd 7.304e+43 11.78 11.78 1.928e+35 2.12e-07  13877 
triHPacyl.tpmtptpppd 3.743e+44 12.75 12.75 1.927e+35 2.12e-07  13878 
triHPacyl.mmpmmmpppd 1.558e+44 12.24 12.24 1.903e+35 2.09e-07  13879 
triHPacyl.ttmppttmmd 1.640e+44 12.28 12.28 1.870e+35 2.06e-07  13880 
triHPacyl.mmptmmpmmd 8.707e+43 11.90 11.90 1.868e+35 2.05e-07  13881 
triHPacyl.mtpmmmmmmd 5.224e+43 11.60 11.60 1.862e+35 2.05e-07  13882 
triHPacyl.mpppmtmppd 5.402e+43 11.63 11.63 1.825e+35 2.01e-07  13883 
triHPacyl.ttttpmmmpd 1.748e+44 12.33 12.33 1.822e+35 2e-07     13884 
triHPacyl.mtmtmmpppd 6.343e+44 13.10 13.10 1.821e+35 2e-07     13885 
triHPacyl.mppmmmtpmd 3.673e+43 11.42 11.42 1.760e+35 1.93e-07  13886 
triHPacyl.ttpppptmpd 3.069e+44 12.69 12.69 1.745e+35 1.92e-07  13887 
triHPacyl.mpptmmmpmd 1.698e+44 12.35 12.35 1.700e+35 1.87e-07  13888 
triHPacyl.tmptptppmd 8.954e+44 13.36 13.36 1.646e+35 1.81e-07  13889 
triHPacyl.mptmpmmpmd 1.558e+44 12.35 12.35 1.579e+35 1.73e-07  13890 
triHPacyl.mpmtmmtmmd 1.116e+44 12.17 12.17 1.532e+35 1.68e-07  13891 
triHPacyl.mtmtmmppmd 8.499e+44 13.38 13.38 1.527e+35 1.68e-07  13892 
triHPacyl.tmmppmpppd 8.643e+43 12.03 12.03 1.491e+35 1.64e-07  13893 
triHPacyl.ptmtpmtmmd 2.669e+44 12.72 12.72 1.448e+35 1.59e-07  13894 
triHPacyl.pmptpttmmd 3.386e+44 12.88 12.88 1.395e+35 1.53e-07  13895 
triHPacyl.mtttmtppmd 7.065e+44 13.33 13.33 1.385e+35 1.52e-07  13896 
triHPacyl.pmppptpppd 2.313e+44 12.67 12.67 1.356e+35 1.49e-07  13897 
triHPacyl.mmptmmpmpd 6.255e+43 11.90 11.90 1.334e+35 1.47e-07  13898 
triHPacyl.tmpmpttmmd 1.485e+44 12.43 12.43 1.318e+35 1.45e-07  13899 
triHPacyl.ttpmpttpmd 8.883e+43 12.13 12.13 1.294e+35 1.42e-07  13900 
triHPacyl.tmpppttmpd 8.001e+44 13.46 13.46 1.256e+35 1.38e-07  13901 
triHPacyl.mpmmmpppmd 1.702e+44 12.54 12.54 1.246e+35 1.37e-07  13902 
triHPacyl.tmppptpppd 9.281e+44 13.55 13.55 1.240e+35 1.36e-07  13903 
triHPacyl.mtttpmtmmd 1.912e+44 12.62 12.62 1.234e+35 1.36e-07  13904 
triHPacyl.mptmmmmpmd 1.596e+44 12.51 12.51 1.230e+35 1.35e-07  13905 
triHPacyl.pmmpmtmmpd 1.525e+43 11.12 11.12 1.210e+35 1.33e-07  13906 
triHPacyl.mmmppmpppd 1.172e+44 12.34 12.34 1.195e+35 1.31e-07  13907 
triHPacyl.pmptpmpmmd 5.415e+44 13.26 13.26 1.193e+35 1.31e-07  13908 
triHPacyl.tpmppmpppd 5.878e+43 11.95 11.95 1.164e+35 1.28e-07  13909 
triHPacyl.ttptptppmd 6.277e+44 13.39 13.39 1.111e+35 1.22e-07  13910 
triHPacyl.mtttmmpppd 9.233e+44 13.62 13.62 1.098e+35 1.21e-07  13911 
triHPacyl.mpmtmmmmmd 7.353e+43 12.14 12.14 1.048e+35 1.15e-07  13912 
triHPacyl.tpmppppppd 3.553e+43 11.71 11.71 1.045e+35 1.15e-07  13913 
triHPacyl.mmtmpmtmmd 4.448e+44 13.23 13.23 1.020e+35 1.12e-07  13914 
triHPacyl.mmtmmtpmmd 1.331e+44 12.53 12.53 9.954e+34 1.09e-07  13915 
triHPacyl.ttttpmpppd 1.066e+45 13.77 13.77 9.936e+34 1.09e-07  13916 
triHPacyl.tmpmptpmmd 7.904e+43 12.22 12.22 9.834e+34 1.08e-07  13917 
triHPacyl.mpmmmmpmmd 3.100e+44 13.05 13.05 9.699e+34 1.07e-07  13918 
triHPacyl.ttmtpmpppd 6.285e+44 13.47 13.47 9.596e+34 1.05e-07  13919 
triHPacyl.mpmtmmtpmd 1.750e+44 12.72 12.72 9.462e+34 1.04e-07  13920 
triHPacyl.ttmpptppmd 1.442e+44 12.63 12.63 9.118e+34 1e-07     13921 
triHPacyl.ttpppmmppd 1.177e+44 12.53 12.53 8.719e+34 9.58e-08  13922 
triHPacyl.mmppmmpmpd 3.281e+43 11.78 11.78 8.633e+34 9.49e-08  13923 
triHPacyl.mpmmmtmmmd 2.489e+44 12.99 12.99 8.620e+34 9.47e-08  13924 
triHPacyl.mmpmmtpmmd 1.795e+43 11.42 11.42 8.601e+34 9.45e-08  13925 
triHPacyl.mptmmttmmd 4.443e+44 13.34 13.34 8.503e+34 9.34e-08  13926 
triHPacyl.mtpmmmtpmd 2.495e+44 13.00 13.00 8.416e+34 9.25e-08  13927 
triHPacyl.ttmppmmmmd 9.901e+43 12.48 12.48 8.033e+34 8.83e-08  13928 
triHPacyl.ttmtpmppmd 7.128e+44 13.66 13.66 7.929e+34 8.71e-08  13929 
triHPacyl.mpmmmmppmd 1.627e+44 12.79 12.79 7.796e+34 8.57e-08  13930 
triHPacyl.ttppppmmmd 4.749e+43 12.11 12.11 7.155e+34 7.86e-08  13931 
triHPacyl.tmmppmpmpd 9.769e+43 12.55 12.55 7.068e+34 7.77e-08  13932 
triHPacyl.mmttmmpmmd 2.821e+44 13.18 13.18 7.047e+34 7.74e-08  13933 
triHPacyl.mmpmmptpmd 1.387e+44 12.78 12.78 6.818e+34 7.49e-08  13934 
triHPacyl.ttptpmmmmd 2.342e+44 13.12 13.12 6.464e+34 7.1e-08   13935 
triHPacyl.mpmmmttmmd 5.475e+44 13.64 13.64 6.299e+34 6.92e-08  13936 
triHPacyl.mtmtmmmmmd 9.343e+43 12.64 12.64 5.800e+34 6.37e-08  13937 
triHPacyl.tppppmmppd 8.513e+43 12.59 12.59 5.741e+34 6.31e-08  13938 
triHPacyl.mppmmmmmmd 2.818e+43 11.94 11.94 5.684e+34 6.25e-08  13939 
triHPacyl.tmptpptmpd 1.987e+45 14.59 14.59 4.696e+34 5.16e-08  13940 
triHPacyl.mpmtmtpmpd 2.658e+44 13.39 13.39 4.667e+34 5.13e-08  13941 
triHPacyl.mmptmpmmmd 1.472e+44 13.05 13.05 4.597e+34 5.05e-08  13942 
triHPacyl.tmpmpmtpmd 1.426e+44 13.04 13.04 4.538e+34 4.99e-08  13943 
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triHPacyl.mtttmmppmd 1.018e+45 14.25 14.25 4.233e+34 4.65e-08  13944 
triHPacyl.tmptpmpmpd 6.653e+43 12.67 12.67 3.903e+34 4.29e-08  13945 
triHPacyl.ttttpmppmd 1.095e+45 14.35 14.35 3.880e+34 4.26e-08  13946 
triHPacyl.tmpmptppmd 2.449e+44 13.46 13.46 3.826e+34 4.2e-08   13947 
triHPacyl.pmmpmmmmpd 2.163e+43 12.02 12.02 3.821e+34 4.2e-08   13948 
triHPacyl.tmpppmpmpd 1.756e+44 13.27 13.27 3.754e+34 4.13e-08  13949 
triHPacyl.pmpppttmpd 1.613e+44 13.24 13.24 3.679e+34 4.04e-08  13950 
triHPacyl.tmptpmppmd 1.764e+45 14.67 14.67 3.643e+34 4e-08     13951 
triHPacyl.mpmmmmtmmd 3.489e+44 13.70 13.70 3.642e+34 4e-08     13952 
triHPacyl.pmptpmtmmd 3.150e+44 13.64 13.64 3.640e+34 4e-08     13953 
triHPacyl.ttpmpmtpmd 2.540e+44 13.52 13.52 3.591e+34 3.95e-08  13954 
triHPacyl.mtppmmpppd 3.783e+44 13.77 13.77 3.506e+34 3.85e-08  13955 
triHPacyl.mmmpmtpmpd 9.894e+43 12.97 12.97 3.502e+34 3.85e-08  13956 
triHPacyl.mmpmpmppmd 4.751e+43 12.59 12.59 3.212e+34 3.53e-08  13957 
triHPacyl.mtptmtppmd 1.217e+44 13.17 13.17 3.103e+34 3.41e-08  13958 
triHPacyl.mppmmtppmd 9.504e+43 13.10 13.10 2.736e+34 3.01e-08  13959 
triHPacyl.mpptpmmppd 4.121e+44 13.98 13.98 2.716e+34 2.98e-08  13960 
triHPacyl.tmpppmtmpd 1.314e+45 14.71 14.71 2.517e+34 2.77e-08  13961 
triHPacyl.mmptmttmmd 1.780e+45 14.91 14.91 2.452e+34 2.69e-08  13962 
triHPacyl.tmptpmtmmd 1.578e+45 14.87 14.87 2.328e+34 2.56e-08  13963 
triHPacyl.mpmmmmmmmd 3.982e+44 14.08 14.08 2.190e+34 2.41e-08  13964 
triHPacyl.mmtmmmpmmd 1.421e+44 13.48 13.48 2.164e+34 2.38e-08  13965 
triHPacyl.pmpppmpppd 1.613e+44 13.56 13.56 2.142e+34 2.35e-08  13966 
triHPacyl.ttmppmtmmd 4.659e+44 14.22 14.22 2.050e+34 2.25e-08  13967 
triHPacyl.tmptpmpmmd 1.576e+44 13.60 13.60 1.965e+34 2.16e-08  13968 
triHPacyl.mpppmmmppd 1.534e+44 13.59 13.59 1.920e+34 2.11e-08  13969 
triHPacyl.mpmtmmpmpd 5.125e+44 14.31 14.31 1.917e+34 2.11e-08  13970 
triHPacyl.ttpmpmmmmd 4.478e+43 12.89 12.89 1.815e+34 1.99e-08  13971 
triHPacyl.pttmmppmmd 6.557e+43 13.14 13.14 1.769e+34 1.94e-08  13972 
triHPacyl.mpmmmmtpmd 7.483e+44 14.60 14.60 1.728e+34 1.9e-08   13973 
triHPacyl.mmpmmmpmmd 2.158e+43 12.50 12.50 1.680e+34 1.85e-08  13974 
triHPacyl.tmpmpmtmmd 2.089e+44 13.89 13.89 1.585e+34 1.74e-08  13975 
triHPacyl.tmpppmpppd 8.317e+44 14.87 14.87 1.218e+34 1.34e-08  13976 
triHPacyl.mtmpmtppmd 6.576e+43 13.40 13.40 1.136e+34 1.25e-08  13977 
triHPacyl.mppmmpppmd 7.013e+43 13.47 13.47 1.077e+34 1.18e-08  13978 
triHPacyl.mppppmmppd 1.272e+44 13.83 13.83 1.063e+34 1.17e-08  13979 
triHPacyl.ttmppmppmd 3.433e+44 14.45 14.45 1.022e+34 1.12e-08  13980 
triHPacyl.mpmtmppppd 1.654e+44 14.02 14.02 1.010e+34 1.11e-08  13981 
triHPacyl.mppmmmppmd 1.023e+44 13.76 13.76 9.701e+33 1.07e-08  13982 
triHPacyl.mpmtmttppd 5.832e+44 14.87 14.87 8.583e+33 9.43e-09  13983 
triHPacyl.mpmtmmpppd 1.829e+44 14.25 14.25 7.630e+33 8.38e-09  13984 
triHPacyl.mpmtmtmmpd 2.574e+44 14.51 14.51 6.957e+33 7.64e-09  13985 
triHPacyl.tmpppptmpd 6.167e+44 15.03 15.03 6.946e+33 7.63e-09  13986 
triHPacyl.mmpmmttpmd 1.018e+44 13.99 13.99 6.544e+33 7.19e-09  13987 
triHPacyl.mmptmmtmmd 3.160e+45 16.11 16.11 5.765e+33 6.33e-09  13988 
triHPacyl.mpmtmmtmpd 4.924e+44 15.07 15.07 5.216e+33 5.73e-09  13989 
triHPacyl.tmpmpmppmd 3.843e+44 14.95 14.95 4.979e+33 5.47e-09  13990 
triHPacyl.tmpmpmpmmd 8.238e+43 14.08 14.08 4.539e+33 4.99e-09  13991 
triHPacyl.pmpppmtmpd 9.372e+43 14.20 14.20 4.244e+33 4.66e-09  13992 
triHPacyl.mtmpmmppmd 3.489e+44 15.20 15.20 2.955e+33 3.25e-09  13993 
triHPacyl.mmppmttmpd 3.045e+44 15.27 15.27 2.293e+33 2.52e-09  13994 
triHPacyl.mpmtmmmmpd 3.531e+44 15.59 15.59 1.563e+33 1.72e-09  13995 
triHPacyl.mmpmmmtpmd 1.122e+44 15.06 15.06 1.190e+33 1.31e-09  13996 
triHPacyl.mmppmmtmpd 4.701e+44 16.47 16.47 4.683e+32 5.15e-10  13997 
Total                                      9.101e+43 100       13998 
 13999 
 14000 
 14001 
CO elimination from (2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 14002 
============================================================================= 14003 
 14004 
Population analysis at 300K. Vibrational scaling: 0.971.  14005 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 14006 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 14007 
%: contribution to the population (with current data set assumed 100%) 14008 
Compound                       Qtot      Erel  Erel2 n*Q*MB    %         14009 
------------------------------------------------------------------------ 14010 
TS.triHPacyl.COelim.tmtmmmmmpd 1.681e+44 0.73  0.73  4.963e+43 6.85      14011 
TS.triHPacyl.COelim.tmtmmtmmpd 1.042e+44 0.65  0.65  3.526e+43 4.87      14012 
TS.triHPacyl.COelim.ppmmptmppd 3.494e+43 0.00  0.00  3.494e+43 4.82      14013 
TS.triHPacyl.COelim.pppppttpmd 1.136e+44 0.72  0.72  3.373e+43 4.66      14014 
TS.triHPacyl.COelim.tmtmpmmmpd 6.169e+44 1.74  1.74  3.359e+43 4.64      14015 
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TS.triHPacyl.COelim.pptmptmmpd 8.751e+43 0.86  0.86  2.058e+43 2.84      14016 
TS.triHPacyl.COelim.pppppptpmd 1.567e+44 1.37  1.37  1.586e+43 2.19      14017 
TS.triHPacyl.COelim.pppppttppd 2.109e+44 1.62  1.62  1.399e+43 1.93      14018 
TS.triHPacyl.COelim.ppmmppmppd 4.172e+43 0.65  0.65  1.397e+43 1.93      14019 
TS.triHPacyl.COelim.mmtmpmmmpd 1.128e+44 1.28  1.28  1.326e+43 1.83      14020 
TS.triHPacyl.COelim.ppmmmmpmmd 1.300e+44 1.42  1.42  1.205e+43 1.66      14021 
TS.triHPacyl.COelim.ppmmpmpmpd 1.020e+44 1.30  1.30  1.155e+43 1.59      14022 
TS.triHPacyl.COelim.pptmppmmpd 1.555e+44 1.60  1.60  1.066e+43 1.47      14023 
TS.triHPacyl.COelim.tmtpmmtpmd 1.673e+44 1.83  1.83  7.731e+42 1.07      14024 
TS.triHPacyl.COelim.tmtpmtmmmd 1.717e+44 1.87  1.87  7.450e+42 1.03      14025 
TS.triHPacyl.COelim.tmtpmmmmmd 2.234e+44 2.05  2.05  7.155e+42 0.988     14026 
TS.triHPacyl.COelim.pmppptppmd 2.397e+43 0.73  0.73  7.033e+42 0.971     14027 
TS.triHPacyl.COelim.pppppppmmd 3.973e+44 2.45  2.45  6.574e+42 0.908     14028 
TS.triHPacyl.COelim.tmtmppmmpd 2.837e+44 2.26  2.26  6.456e+42 0.891     14029 
TS.triHPacyl.COelim.tmmmmtmppd 7.948e+43 1.50  1.50  6.402e+42 0.884     14030 
TS.triHPacyl.COelim.pptppttpmd 1.379e+44 1.83  1.83  6.402e+42 0.884     14031 
TS.triHPacyl.COelim.tpmmmmpmpd 7.176e+43 1.45  1.45  6.301e+42 0.87      14032 
TS.triHPacyl.COelim.tpmmmtmppd 3.990e+43 1.12  1.12  6.074e+42 0.839     14033 
TS.triHPacyl.COelim.ppmmptpmpd 7.432e+43 1.50  1.50  6.051e+42 0.835     14034 
TS.triHPacyl.COelim.mmtmptmmpd 1.724e+44 2.00  2.00  6.031e+42 0.833     14035 
TS.triHPacyl.COelim.pppppptppd 3.540e+44 2.44  2.44  5.949e+42 0.821     14036 
TS.triHPacyl.COelim.tmtmmmmmmd 3.033e+44 2.36  2.36  5.805e+42 0.802     14037 
TS.triHPacyl.COelim.pmtmmmmmpd 1.042e+44 1.73  1.73  5.694e+42 0.786     14038 
TS.triHPacyl.COelim.pptpptmmmd 1.048e+44 1.75  1.75  5.597e+42 0.773     14039 
TS.triHPacyl.COelim.tmtpmttpmd 1.288e+44 1.88  1.88  5.496e+42 0.759     14040 
TS.triHPacyl.COelim.tpmmmmmppd 3.511e+43 1.12  1.12  5.390e+42 0.744     14041 
TS.triHPacyl.COelim.tmmmmmmppd 9.926e+43 1.80  1.80  4.843e+42 0.669     14042 
TS.triHPacyl.COelim.ppmmmmtmmd 1.175e+45 3.28  3.28  4.769e+42 0.659     14043 
TS.triHPacyl.COelim.pptmptmmmd 1.301e+44 1.99  1.99  4.646e+42 0.641     14044 
TS.triHPacyl.COelim.pptmpttpmd 3.081e+44 2.53  2.53  4.443e+42 0.614     14045 
TS.triHPacyl.COelim.tmtmmtmmmd 1.735e+44 2.19  2.19  4.432e+42 0.612     14046 
TS.triHPacyl.COelim.tptmmtmmpd 3.743e+44 2.65  2.65  4.384e+42 0.605     14047 
TS.triHPacyl.COelim.ppmmmptmmd 1.638e+44 2.16  2.16  4.366e+42 0.603     14048 
TS.triHPacyl.COelim.tmtppmmmmd 1.024e+45 3.26  3.26  4.337e+42 0.599     14049 
TS.triHPacyl.COelim.ttppmmtpmd 2.273e+43 1.00  1.00  4.268e+42 0.589     14050 
TS.triHPacyl.COelim.pppppttmmd 4.141e+44 2.73  2.73  4.236e+42 0.585     14051 
TS.triHPacyl.COelim.mmpppmmpmd 4.387e+43 1.41  1.41  4.128e+42 0.57      14052 
TS.triHPacyl.COelim.mmtpptmmmd 3.408e+44 2.64  2.64  4.076e+42 0.563     14053 
TS.triHPacyl.COelim.mmtmpmmmmd 1.866e+44 2.30  2.30  3.924e+42 0.542     14054 
TS.triHPacyl.COelim.ptpppptpmd 2.067e+43 1.06  1.06  3.519e+42 0.486     14055 
TS.triHPacyl.COelim.pptppttppd 3.588e+44 2.79  2.79  3.331e+42 0.46      14056 
TS.triHPacyl.COelim.pmtmptmmpd 8.758e+43 1.96  1.96  3.271e+42 0.452     14057 
TS.triHPacyl.COelim.pptppptpmd 2.111e+44 2.49  2.49  3.248e+42 0.448     14058 
TS.triHPacyl.COelim.mmtppmmmmd 1.319e+44 2.21  2.21  3.233e+42 0.446     14059 
TS.triHPacyl.COelim.tmmmmtmmpd 1.531e+44 2.30  2.30  3.213e+42 0.444     14060 
TS.triHPacyl.COelim.tmppmmtpmd 1.557e+44 2.33  2.33  3.121e+42 0.431     14061 
TS.triHPacyl.COelim.tpppmttpmd 1.873e+44 2.44  2.44  3.104e+42 0.429     14062 
TS.triHPacyl.COelim.pmppmmmpmd 9.833e+43 2.06  2.06  3.094e+42 0.427     14063 
TS.triHPacyl.COelim.ppmmmtmpmd 1.111e+44 2.15  2.15  3.026e+42 0.418     14064 
TS.triHPacyl.COelim.tmmmmmmmpd 1.772e+44 2.43  2.43  3.000e+42 0.414     14065 
TS.triHPacyl.COelim.ppmmpttmpd 3.177e+44 2.80  2.80  2.893e+42 0.399     14066 
TS.triHPacyl.COelim.ppppptpmmd 2.043e+44 2.55  2.55  2.818e+42 0.389     14067 
TS.triHPacyl.COelim.ppppptmpmd 4.605e+43 1.67  1.67  2.805e+42 0.387     14068 
TS.triHPacyl.COelim.tpppmmtpmd 2.819e+44 2.76  2.76  2.754e+42 0.38      14069 
TS.triHPacyl.COelim.ptpppttpmd 1.527e+43 1.03  1.03  2.701e+42 0.373     14070 
TS.triHPacyl.COelim.tmtpmmtppd 5.096e+44 3.14  3.14  2.644e+42 0.365     14071 
TS.triHPacyl.COelim.pptmpppmpd 2.464e+44 2.74  2.74  2.471e+42 0.341     14072 
TS.triHPacyl.COelim.ppmmptpppd 1.449e+44 2.43  2.43  2.452e+42 0.339     14073 
TS.triHPacyl.COelim.tmtmpmmmmd 7.371e+44 3.43  3.43  2.336e+42 0.323     14074 
TS.triHPacyl.COelim.pmppmttpmd 4.467e+43 1.77  1.77  2.300e+42 0.318     14075 
TS.triHPacyl.COelim.ppppppmpmd 3.513e+43 1.63  1.63  2.271e+42 0.314     14076 
TS.triHPacyl.COelim.mmppppmpmd 5.981e+43 1.95  1.95  2.258e+42 0.312     14077 
TS.triHPacyl.COelim.ppmmpttppd 3.477e+44 3.01  3.01  2.231e+42 0.308     14078 
TS.triHPacyl.COelim.pptpptmmpd 2.271e+44 2.76  2.76  2.199e+42 0.304     14079 
TS.triHPacyl.COelim.tmtppmtpmd 6.407e+44 3.41  3.41  2.097e+42 0.289     14080 
TS.triHPacyl.COelim.pmtmpmmmpd 1.004e+44 2.31  2.31  2.083e+42 0.288     14081 
TS.triHPacyl.COelim.ppmpptmpmd 3.597e+43 1.72  1.72  2.021e+42 0.279     14082 
TS.triHPacyl.COelim.tptpmttpmd 5.976e+44 3.39  3.39  2.019e+42 0.279     14083 
TS.triHPacyl.COelim.tmtpmttppd 3.568e+44 3.09  3.09  2.007e+42 0.277     14084 
TS.triHPacyl.COelim.pptmptpmpd 2.174e+44 2.80  2.80  1.991e+42 0.275     14085 
TS.triHPacyl.COelim.pptmpttmpd 3.705e+44 3.12  3.12  1.982e+42 0.274     14086 
TS.triHPacyl.COelim.ppmmmmmppd 1.081e+44 2.40  2.40  1.944e+42 0.268     14087 
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TS.triHPacyl.COelim.ppmmmtpppd 9.096e+43 2.30  2.30  1.931e+42 0.267     14088 
TS.triHPacyl.COelim.tmtmmmtpmd 4.823e+44 3.30  3.30  1.891e+42 0.261     14089 
TS.triHPacyl.COelim.pmtmmmmmmd 1.550e+44 2.64  2.64  1.861e+42 0.257     14090 
TS.triHPacyl.COelim.pptpppmmmd 1.161e+44 2.47  2.47  1.848e+42 0.255     14091 
TS.triHPacyl.COelim.ttppmttpmd 2.057e+43 1.44  1.44  1.840e+42 0.254     14092 
TS.triHPacyl.COelim.ppmpmmpmmd 6.822e+43 2.16  2.16  1.824e+42 0.252     14093 
TS.triHPacyl.COelim.ppppptppmd 9.349e+43 2.35  2.35  1.815e+42 0.251     14094 
TS.triHPacyl.COelim.pmpppmpmmd 1.906e+43 1.41  1.41  1.800e+42 0.248     14095 
TS.triHPacyl.COelim.pptmpptpmd 4.727e+44 3.33  3.33  1.761e+42 0.243     14096 
TS.triHPacyl.COelim.tmtmmttpmd 3.531e+44 3.16  3.16  1.748e+42 0.241     14097 
TS.triHPacyl.COelim.tmmmmtmpmd 1.761e+44 2.78  2.78  1.668e+42 0.23      14098 
TS.triHPacyl.COelim.tpppmttppd 5.560e+44 3.47  3.47  1.656e+42 0.229     14099 
TS.triHPacyl.COelim.ppmmpptmpd 5.336e+44 3.46  3.46  1.617e+42 0.223     14100 
TS.triHPacyl.COelim.ptppmmtpmd 2.478e+43 1.64  1.64  1.588e+42 0.219     14101 
TS.triHPacyl.COelim.pptppttmmd 2.569e+44 3.04  3.04  1.577e+42 0.218     14102 
TS.triHPacyl.COelim.tptmmmmmpd 2.429e+44 3.02  3.02  1.534e+42 0.212     14103 
TS.triHPacyl.COelim.pmtmmtmmpd 1.120e+44 2.56  2.56  1.527e+42 0.211     14104 
TS.triHPacyl.COelim.tmtmmtmppd 3.278e+44 3.20  3.20  1.518e+42 0.21      14105 
TS.triHPacyl.COelim.tmtmmmmppd 3.287e+44 3.21  3.21  1.508e+42 0.208     14106 
TS.triHPacyl.COelim.pptmppmmmd 2.003e+44 2.93  2.93  1.475e+42 0.204     14107 
TS.triHPacyl.COelim.tmpmmtmmpd 1.209e+44 2.66  2.66  1.401e+42 0.193     14108 
TS.triHPacyl.COelim.pptmpptmpd 1.017e+45 3.94  3.94  1.371e+42 0.189     14109 
TS.triHPacyl.COelim.tmppmtmmmd 9.668e+43 2.55  2.55  1.342e+42 0.185     14110 
TS.triHPacyl.COelim.pmppmtmpmd 7.910e+43 2.44  2.44  1.324e+42 0.183     14111 
TS.triHPacyl.COelim.ptmmmtmpmd 2.384e+44 3.10  3.10  1.321e+42 0.182     14112 
TS.triHPacyl.COelim.tpmmmtpmpd 8.741e+43 2.50  2.50  1.310e+42 0.181     14113 
TS.triHPacyl.COelim.ppmmppmmpd 3.412e+44 3.33  3.33  1.290e+42 0.178     14114 
TS.triHPacyl.COelim.pppppptmmd 3.662e+44 3.37  3.37  1.286e+42 0.178     14115 
TS.triHPacyl.COelim.tmtpppmmmd 5.976e+44 3.67  3.67  1.264e+42 0.175     14116 
TS.triHPacyl.COelim.tmppmmmmmd 1.141e+44 2.69  2.69  1.262e+42 0.174     14117 
TS.triHPacyl.COelim.tmmmmmmpmd 3.285e+44 3.32  3.32  1.258e+42 0.174     14118 
TS.triHPacyl.COelim.tpmpmmpmmd 8.046e+43 2.48  2.48  1.256e+42 0.173     14119 
TS.triHPacyl.COelim.mmtmptmmmd 2.005e+44 3.03  3.03  1.239e+42 0.171     14120 
TS.triHPacyl.COelim.pmtpmmmmmd 1.050e+44 2.66  2.66  1.216e+42 0.168     14121 
TS.triHPacyl.COelim.ppmpmmtmmd 2.140e+44 3.10  3.10  1.189e+42 0.164     14122 
TS.triHPacyl.COelim.tmtpmmmmpd 6.895e+44 3.79  3.79  1.188e+42 0.164     14123 
TS.triHPacyl.COelim.mmpmpmmmpd 2.355e+44 3.17  3.17  1.162e+42 0.16      14124 
TS.triHPacyl.COelim.tmppmttpmd 9.516e+43 2.64  2.64  1.141e+42 0.158     14125 
TS.triHPacyl.COelim.tpppmmpmmd 1.635e+44 2.99  2.99  1.090e+42 0.151     14126 
TS.triHPacyl.COelim.pptppptppd 4.344e+44 3.57  3.57  1.089e+42 0.15      14127 
TS.triHPacyl.COelim.pmtmpttpmd 2.147e+45 4.52  4.52  1.089e+42 0.15      14128 
TS.triHPacyl.COelim.mmpmptmmpd 9.954e+43 2.70  2.70  1.074e+42 0.148     14129 
TS.triHPacyl.COelim.tmtpmtmmpd 4.573e+44 3.61  3.61  1.073e+42 0.148     14130 
TS.triHPacyl.COelim.tptpmmtpmd 4.454e+44 3.60  3.60  1.065e+42 0.147     14131 
TS.triHPacyl.COelim.mmpppmmmmd 3.313e+43 2.05  2.05  1.065e+42 0.147     14132 
TS.triHPacyl.COelim.ppppptpmpd 2.830e+44 3.35  3.35  1.034e+42 0.143     14133 
TS.triHPacyl.COelim.ppmmpmmmpd 1.845e+44 3.11  3.11  1.003e+42 0.139     14134 
TS.triHPacyl.COelim.ppmppppmmd 9.741e+43 2.73  2.73  9.947e+41 0.137     14135 
TS.triHPacyl.COelim.tmtppptpmd 6.061e+44 3.84  3.84  9.688e+41 0.134     14136 
TS.triHPacyl.COelim.tmpmmmmmpd 1.899e+44 3.15  3.15  9.670e+41 0.134     14137 
TS.triHPacyl.COelim.ppppppppmd 1.889e+44 3.15  3.15  9.549e+41 0.132     14138 
TS.triHPacyl.COelim.tptmmmpmpd 1.534e+44 3.04  3.04  9.435e+41 0.13      14139 
TS.triHPacyl.COelim.ptppmmmpmd 3.807e+43 2.21  2.21  9.365e+41 0.129     14140 
TS.triHPacyl.COelim.pptmptmppd 5.133e+43 2.39  2.39  9.359e+41 0.129     14141 
TS.triHPacyl.COelim.mmpppmtppd 1.294e+44 2.94  2.94  9.333e+41 0.129     14142 
TS.triHPacyl.COelim.ppmmpppppd 1.818e+44 3.16  3.16  9.052e+41 0.125     14143 
TS.triHPacyl.COelim.ppmpmttmmd 5.142e+43 2.41  2.41  9.003e+41 0.124     14144 
TS.triHPacyl.COelim.tmtmpmtpmd 1.290e+45 4.36  4.36  8.632e+41 0.119     14145 
TS.triHPacyl.COelim.pmpppttpmd 2.343e+43 1.97  1.97  8.580e+41 0.118     14146 
TS.triHPacyl.COelim.ppmppttmmd 1.860e+44 3.25  3.25  7.953e+41 0.11      14147 
TS.triHPacyl.COelim.mmpppptppd 3.485e+44 3.65  3.65  7.654e+41 0.106     14148 
TS.triHPacyl.COelim.tmtpmtmppd 1.119e+45 4.35  4.35  7.587e+41 0.105     14149 
TS.triHPacyl.COelim.pptpppmmpd 3.096e+44 3.60  3.60  7.380e+41 0.102     14150 
TS.triHPacyl.COelim.tmtppmtppd 1.172e+45 4.41  4.41  7.242e+41 0.1       14151 
TS.triHPacyl.COelim.tmtmppmmmd 4.630e+44 3.85  3.85  7.230e+41 0.0998    14152 
TS.triHPacyl.COelim.tmmmmttppd 1.901e+44 3.32  3.32  7.198e+41 0.0994    14153 
TS.triHPacyl.COelim.tpppmmmpmd 3.199e+43 2.26  2.26  7.178e+41 0.0991    14154 
TS.triHPacyl.COelim.tmtpmmmppd 1.404e+45 4.52  4.52  7.104e+41 0.0981    14155 
TS.triHPacyl.COelim.tptpmtmmmd 2.745e+44 3.57  3.57  6.891e+41 0.0951    14156 
TS.triHPacyl.COelim.pmtpptmmmd 6.487e+43 2.72  2.72  6.763e+41 0.0934    14157 
TS.triHPacyl.COelim.mmtppmmmpd 2.894e+44 3.61  3.61  6.734e+41 0.093     14158 
TS.triHPacyl.COelim.ppmmptmpmd 1.096e+44 3.05  3.05  6.603e+41 0.0912    14159 
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TS.triHPacyl.COelim.ppmpppmpmd 4.677e+43 2.55  2.55  6.523e+41 0.0901    14160 
TS.triHPacyl.COelim.ppttpttpmd 5.384e+44 4.01  4.01  6.458e+41 0.0892    14161 
TS.triHPacyl.COelim.tptmmtmmmd 3.902e+44 3.82  3.82  6.432e+41 0.0888    14162 
TS.triHPacyl.COelim.ppmpptpmmd 7.947e+43 2.88  2.88  6.392e+41 0.0883    14163 
TS.triHPacyl.COelim.tptmmtpmpd 6.348e+44 4.12  4.12  6.303e+41 0.087     14164 
TS.triHPacyl.COelim.tmtppmmmpd 2.376e+45 4.91  4.91  6.287e+41 0.0868    14165 
TS.triHPacyl.COelim.tmmmmmpmpd 2.568e+44 3.59  3.59  6.265e+41 0.0865    14166 
TS.triHPacyl.COelim.tpppmmtppd 3.808e+44 3.82  3.82  6.255e+41 0.0864    14167 
TS.triHPacyl.COelim.tmtpmtmpmd 3.031e+44 3.69  3.69  6.207e+41 0.0857    14168 
TS.triHPacyl.COelim.ptmmptpmmd 1.858e+44 3.41  3.41  6.081e+41 0.084     14169 
TS.triHPacyl.COelim.ppmmpptppd 3.644e+44 3.83  3.83  5.935e+41 0.0819    14170 
TS.triHPacyl.COelim.tmmmmtmmmd 3.533e+44 3.81  3.81  5.930e+41 0.0819    14171 
TS.triHPacyl.COelim.mmpppptpmd 9.397e+43 3.03  3.03  5.856e+41 0.0809    14172 
TS.triHPacyl.COelim.ttppmmpmmd 7.025e+43 2.86  2.86  5.809e+41 0.0802    14173 
TS.triHPacyl.COelim.tmtmpptpmd 2.272e+45 4.94  4.94  5.756e+41 0.0795    14174 
TS.triHPacyl.COelim.tmmmmmtppd 1.892e+44 3.47  3.47  5.639e+41 0.0779    14175 
TS.triHPacyl.COelim.tppppttpmd 3.091e+44 3.76  3.76  5.638e+41 0.0779    14176 
TS.triHPacyl.COelim.pmmmptmppd 5.716e+43 2.75  2.75  5.638e+41 0.0778    14177 
TS.triHPacyl.COelim.ttmmmmmpmd 2.595e+44 3.67  3.67  5.497e+41 0.0759    14178 
TS.triHPacyl.COelim.pptppppmmd 5.480e+44 4.13  4.13  5.386e+41 0.0744    14179 
TS.triHPacyl.COelim.ptmmmmmpmd 2.248e+44 3.60  3.60  5.377e+41 0.0742    14180 
TS.triHPacyl.COelim.tpppmpmpmd 4.458e+44 4.01  4.01  5.370e+41 0.0741    14181 
TS.triHPacyl.COelim.tmmmmtpmpd 3.276e+44 3.83  3.83  5.316e+41 0.0734    14182 
TS.triHPacyl.COelim.tptmmttpmd 7.379e+44 4.32  4.32  5.218e+41 0.072     14183 
TS.triHPacyl.COelim.pmmmptmpmd 1.671e+44 3.44  3.44  5.209e+41 0.0719    14184 
TS.triHPacyl.COelim.pmppmmmmpd 1.604e+44 3.42  3.42  5.152e+41 0.0711    14185 
TS.triHPacyl.COelim.mmtpptmmpd 4.814e+44 4.08  4.08  5.096e+41 0.0704    14186 
TS.triHPacyl.COelim.tpppmtmpmd 7.515e+43 2.98  2.98  5.093e+41 0.0703    14187 
TS.triHPacyl.COelim.tmtpmmmpmd 2.817e+44 3.77  3.77  5.053e+41 0.0698    14188 
TS.triHPacyl.COelim.tptpmttppd 9.643e+44 4.50  4.50  5.049e+41 0.0697    14189 
TS.triHPacyl.COelim.ppmmmmmpmd 1.015e+45 4.54  4.54  5.021e+41 0.0693    14190 
TS.triHPacyl.COelim.tpmpmtmpmd 4.701e+43 2.71  2.71  4.983e+41 0.0688    14191 
TS.triHPacyl.COelim.pppppppmpd 1.907e+44 3.58  3.58  4.733e+41 0.0653    14192 
TS.triHPacyl.COelim.pptmppmppd 4.010e+43 2.65  2.65  4.688e+41 0.0647    14193 
TS.triHPacyl.COelim.pmtppttpmd 1.249e+44 3.33  3.33  4.646e+41 0.0641    14194 
TS.triHPacyl.COelim.ppmppttpmd 1.804e+44 3.56  3.56  4.625e+41 0.0639    14195 
TS.triHPacyl.COelim.ppppptmmpd 1.575e+44 3.49  3.49  4.534e+41 0.0626    14196 
TS.triHPacyl.COelim.pmpppptpmd 2.846e+43 2.47  2.47  4.522e+41 0.0624    14197 
TS.triHPacyl.COelim.tmmmmttmpd 1.694e+44 3.54  3.54  4.464e+41 0.0616    14198 
TS.triHPacyl.COelim.pmtmptmmmd 1.432e+44 3.45  3.45  4.422e+41 0.0611    14199 
TS.triHPacyl.COelim.mmppptmmmd 3.654e+43 2.64  2.64  4.356e+41 0.0601    14200 
TS.triHPacyl.COelim.pmppmmtmmd 1.221e+44 3.37  3.37  4.259e+41 0.0588    14201 
TS.triHPacyl.COelim.tmmmmmtmpd 2.005e+44 3.68  3.68  4.180e+41 0.0577    14202 
TS.triHPacyl.COelim.pptpptpppd 4.702e+44 4.19  4.19  4.174e+41 0.0576    14203 
TS.triHPacyl.COelim.tptmmmmppd 4.938e+43 2.85  2.85  4.159e+41 0.0574    14204 
TS.triHPacyl.COelim.ptppmptpmd 2.396e+43 2.43  2.43  4.070e+41 0.0562    14205 
TS.triHPacyl.COelim.ppmmpmpppd 9.338e+43 3.25  3.25  3.994e+41 0.0552    14206 
TS.triHPacyl.COelim.mmptmmtmmd 2.172e+44 3.77  3.77  3.866e+41 0.0534    14207 
TS.triHPacyl.COelim.tpppmttmmd 3.237e+44 4.01  4.01  3.855e+41 0.0532    14208 
TS.triHPacyl.COelim.pmtpmmmmpd 1.977e+44 3.73  3.73  3.820e+41 0.0527    14209 
TS.triHPacyl.COelim.pmppmmtppd 1.215e+44 3.44  3.44  3.794e+41 0.0524    14210 
TS.triHPacyl.COelim.ppmmppmpmd 7.923e+43 3.20  3.20  3.714e+41 0.0513    14211 
TS.triHPacyl.COelim.pptpptpmpd 1.502e+45 4.95  4.95  3.710e+41 0.0512    14212 
TS.triHPacyl.COelim.pptmptpppd 1.288e+44 3.50  3.50  3.638e+41 0.0502    14213 
TS.triHPacyl.COelim.tmttmmtpmd 6.072e+44 4.43  4.43  3.583e+41 0.0495    14214 
TS.triHPacyl.COelim.tpmpmmmpmd 4.097e+43 2.85  2.85  3.424e+41 0.0473    14215 
TS.triHPacyl.COelim.mmptppmmpd 1.591e+44 3.67  3.67  3.351e+41 0.0463    14216 
TS.triHPacyl.COelim.tmmmpmmmpd 4.093e+44 4.24  4.24  3.349e+41 0.0462    14217 
TS.triHPacyl.COelim.tmttmttpmd 5.387e+44 4.40  4.40  3.336e+41 0.0461    14218 
TS.triHPacyl.COelim.tmmmmtpppd 1.734e+44 3.73  3.73  3.303e+41 0.0456    14219 
TS.triHPacyl.COelim.pptppptmmd 2.878e+44 4.04  4.04  3.266e+41 0.0451    14220 
TS.triHPacyl.COelim.tpmpmtpmmd 1.225e+44 3.53  3.53  3.262e+41 0.045     14221 
TS.triHPacyl.COelim.pmtppmtpmd 1.490e+44 3.65  3.65  3.262e+41 0.045     14222 
TS.triHPacyl.COelim.ppmpmmtmpd 4.981e+44 4.37  4.37  3.247e+41 0.0448    14223 
TS.triHPacyl.COelim.pptpptppmd 8.898e+44 4.72  4.72  3.245e+41 0.0448    14224 
TS.triHPacyl.COelim.ppmpmptmpd 1.631e+44 3.72  3.72  3.200e+41 0.0442    14225 
TS.triHPacyl.COelim.ppppptpppd 2.958e+44 4.07  4.07  3.181e+41 0.0439    14226 
TS.triHPacyl.COelim.pmtmmpppmd 6.338e+44 4.54  4.54  3.099e+41 0.0428    14227 
TS.triHPacyl.COelim.mmpmpmmppd 9.388e+43 3.41  3.41  3.098e+41 0.0428    14228 
TS.triHPacyl.COelim.mpmmmmmmmd 9.708e+43 3.43  3.43  3.098e+41 0.0428    14229 
TS.triHPacyl.COelim.ppttptmmmd 2.980e+44 4.10  4.10  3.086e+41 0.0426    14230 
TS.triHPacyl.COelim.tmppmtpmmd 2.883e+43 2.71  2.71  3.057e+41 0.0422    14231 



211 
 

TS.triHPacyl.COelim.ppmpmmmmmd 2.273e+44 3.95  3.95  3.012e+41 0.0416    14232 
TS.triHPacyl.COelim.pttpptpmmd 7.606e+43 3.30  3.30  2.987e+41 0.0412    14233 
TS.triHPacyl.COelim.tptpmtmmpd 6.978e+44 4.63  4.63  2.953e+41 0.0408    14234 
TS.triHPacyl.COelim.ppmmmpppmd 1.498e+44 3.71  3.71  2.951e+41 0.0407    14235 
TS.triHPacyl.COelim.pppppttmpd 9.262e+44 4.80  4.80  2.939e+41 0.0406    14236 
TS.triHPacyl.COelim.tmmmmmmmmd 3.786e+44 4.27  4.27  2.915e+41 0.0402    14237 
TS.triHPacyl.COelim.tmmmmmpppd 1.238e+44 3.61  3.61  2.908e+41 0.0401    14238 
TS.triHPacyl.COelim.pmppmttmmd 1.091e+44 3.54  3.54  2.869e+41 0.0396    14239 
TS.triHPacyl.COelim.tpmmmttmpd 3.168e+44 4.19  4.19  2.825e+41 0.039     14240 
TS.triHPacyl.COelim.tmppmmpmmd 3.624e+43 2.90  2.90  2.810e+41 0.0388    14241 
TS.triHPacyl.COelim.tmtpmtpppd 1.322e+45 5.05  5.05  2.764e+41 0.0382    14242 
TS.triHPacyl.COelim.tpppmmtmmd 4.730e+44 4.45  4.45  2.731e+41 0.0377    14243 
TS.triHPacyl.COelim.ppmtmttmpd 3.483e+44 4.27  4.27  2.717e+41 0.0375    14244 
TS.triHPacyl.COelim.ppmtmmpmpd 6.353e+44 4.62  4.62  2.717e+41 0.0375    14245 
TS.triHPacyl.COelim.tptmmmtmpd 8.828e+44 4.82  4.82  2.707e+41 0.0374    14246 
TS.triHPacyl.COelim.tptmmttmpd 1.842e+44 3.89  3.89  2.693e+41 0.0372    14247 
TS.triHPacyl.COelim.pptpmmpmpd 3.923e+44 4.34  4.34  2.692e+41 0.0372    14248 
TS.triHPacyl.COelim.ppmppptmmd 3.600e+44 4.30  4.30  2.661e+41 0.0367    14249 
TS.triHPacyl.COelim.tmpmpmmmpd 2.684e+44 4.12  4.12  2.660e+41 0.0367    14250 
TS.triHPacyl.COelim.ppmpmmppmd 1.014e+44 3.54  3.54  2.654e+41 0.0366    14251 
TS.triHPacyl.COelim.ttmmmmpmmd 4.031e+44 4.38  4.38  2.590e+41 0.0358    14252 
TS.triHPacyl.COelim.tmtppptppd 9.823e+44 4.91  4.91  2.588e+41 0.0357    14253 
TS.triHPacyl.COelim.pmmmpmmppd 5.068e+43 3.15  3.15  2.582e+41 0.0356    14254 
TS.triHPacyl.COelim.mmpmpmtppd 3.712e+44 4.34  4.34  2.572e+41 0.0355    14255 
TS.triHPacyl.COelim.tmppmmmmpd 2.054e+44 3.99  3.99  2.566e+41 0.0354    14256 
TS.triHPacyl.COelim.ppmmmpmmmd 3.595e+44 4.32  4.32  2.555e+41 0.0353    14257 
TS.triHPacyl.COelim.tmtpmttmmd 2.663e+44 4.15  4.15  2.544e+41 0.0351    14258 
TS.triHPacyl.COelim.tptpmttmmd 1.200e+44 3.67  3.67  2.543e+41 0.0351    14259 
TS.triHPacyl.COelim.tptmmtmppd 7.525e+43 3.40  3.40  2.522e+41 0.0348    14260 
TS.triHPacyl.COelim.pptpmmpmmd 3.088e+44 4.25  4.25  2.475e+41 0.0342    14261 
TS.triHPacyl.COelim.tmtpmmtmmd 2.675e+44 4.17  4.17  2.456e+41 0.0339    14262 
TS.triHPacyl.COelim.ppmmmmppmd 3.214e+44 4.28  4.28  2.452e+41 0.0339    14263 
TS.triHPacyl.COelim.tptmptmmpd 3.328e+44 4.31  4.31  2.428e+41 0.0335    14264 
TS.triHPacyl.COelim.pmtppmmmmd 6.869e+43 3.37  3.37  2.427e+41 0.0335    14265 
TS.triHPacyl.COelim.tptmmmtpmd 7.251e+44 4.78  4.78  2.391e+41 0.033     14266 
TS.triHPacyl.COelim.ptmmpppmmd 2.251e+44 4.08  4.08  2.386e+41 0.0329    14267 
TS.triHPacyl.COelim.ttppmtmpmd 2.580e+44 4.17  4.17  2.382e+41 0.0329    14268 
TS.triHPacyl.COelim.tptpmmmmmd 1.803e+44 3.95  3.95  2.377e+41 0.0328    14269 
TS.triHPacyl.COelim.pptmptppmd 1.614e+45 5.26  5.26  2.376e+41 0.0328    14270 
TS.triHPacyl.COelim.tptmppmmpd 7.436e+44 4.80  4.80  2.364e+41 0.0326    14271 
TS.triHPacyl.COelim.tpmpmttmmd 2.675e+44 4.20  4.20  2.340e+41 0.0323    14272 
TS.triHPacyl.COelim.tmmmptmmpd 5.704e+44 4.65  4.65  2.319e+41 0.032     14273 
TS.triHPacyl.COelim.pmtppttppd 3.592e+44 4.38  4.38  2.314e+41 0.032     14274 
TS.triHPacyl.COelim.tmttmmmmpd 2.542e+45 5.55  5.55  2.294e+41 0.0317    14275 
TS.triHPacyl.COelim.ppmmmpmpmd 4.006e+44 4.46  4.46  2.272e+41 0.0314    14276 
TS.triHPacyl.COelim.ppmtmmtmmd 1.686e+45 5.31  5.31  2.265e+41 0.0313    14277 
TS.triHPacyl.COelim.ptmmpmmpmd 2.566e+44 4.21  4.21  2.198e+41 0.0303    14278 
TS.triHPacyl.COelim.tmttmmmmmd 1.311e+45 5.19  5.19  2.180e+41 0.0301    14279 
TS.triHPacyl.COelim.ppmpptppmd 1.226e+44 3.78  3.78  2.179e+41 0.0301    14280 
TS.triHPacyl.COelim.tpmpmmtmmd 3.718e+44 4.44  4.44  2.162e+41 0.0298    14281 
TS.triHPacyl.COelim.tmtpppmmpd 1.690e+45 5.35  5.35  2.155e+41 0.0297    14282 
TS.triHPacyl.COelim.tmtmmmtmpd 4.038e+44 4.50  4.50  2.143e+41 0.0296    14283 
TS.triHPacyl.COelim.ttmmmtmpmd 1.249e+44 3.80  3.80  2.142e+41 0.0296    14284 
TS.triHPacyl.COelim.ptpppmpmmd 4.332e+43 3.17  3.17  2.115e+41 0.0292    14285 
TS.triHPacyl.COelim.mmpmppmppd 6.601e+43 3.44  3.44  2.061e+41 0.0285    14286 
TS.triHPacyl.COelim.tptpmmpmmd 3.069e+44 4.36  4.36  2.049e+41 0.0283    14287 
TS.triHPacyl.COelim.tptpmmtppd 8.093e+44 4.94  4.94  2.035e+41 0.0281    14288 
TS.triHPacyl.COelim.pptmpppppd 2.396e+44 4.22  4.22  2.030e+41 0.028     14289 
TS.triHPacyl.COelim.pptppppmpd 9.400e+44 5.03  5.03  2.028e+41 0.028     14290 
TS.triHPacyl.COelim.ppttpptpmd 6.638e+44 4.83  4.83  2.022e+41 0.0279    14291 
TS.triHPacyl.COelim.tpmmmtpppd 1.201e+44 3.81  3.81  2.014e+41 0.0278    14292 
TS.triHPacyl.COelim.tpmmmttppd 3.918e+44 4.52  4.52  1.990e+41 0.0275    14293 
TS.triHPacyl.COelim.ppptpttppd 5.088e+44 4.69  4.69  1.940e+41 0.0268    14294 
TS.triHPacyl.COelim.ppmtmmtmpd 9.675e+44 5.09  5.09  1.899e+41 0.0262    14295 
TS.triHPacyl.COelim.pptpppppmd 1.795e+45 5.46  5.46  1.896e+41 0.0262    14296 
TS.triHPacyl.COelim.ppttpttppd 6.307e+44 4.84  4.84  1.892e+41 0.0261    14297 
TS.triHPacyl.COelim.tmmpmtmpmd 2.917e+44 4.38  4.38  1.869e+41 0.0258    14298 
TS.triHPacyl.COelim.pttmptpmpd 6.989e+43 3.53  3.53  1.863e+41 0.0257    14299 
TS.triHPacyl.COelim.pmtmmmmppd 1.880e+44 4.13  4.13  1.857e+41 0.0256    14300 
TS.triHPacyl.COelim.tpppmtppmd 2.571e+44 4.32  4.32  1.826e+41 0.0252    14301 
TS.triHPacyl.COelim.tptmmmmmmd 2.958e+44 4.41  4.41  1.813e+41 0.025     14302 
TS.triHPacyl.COelim.ttmmmtpmmd 2.402e+44 4.29  4.29  1.797e+41 0.0248    14303 
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TS.triHPacyl.COelim.pttppttpmd 5.822e+43 3.45  3.45  1.796e+41 0.0248    14304 
TS.triHPacyl.COelim.pmtmptmppd 1.513e+44 4.02  4.02  1.783e+41 0.0246    14305 
TS.triHPacyl.COelim.tptpmmtmmd 5.265e+44 4.77  4.77  1.773e+41 0.0245    14306 
TS.triHPacyl.COelim.tmttmtmmmd 8.316e+44 5.04  5.04  1.766e+41 0.0244    14307 
TS.triHPacyl.COelim.ppmtmmpmmd 4.558e+44 4.69  4.69  1.755e+41 0.0242    14308 
TS.triHPacyl.COelim.ppptptpmmd 5.033e+44 4.75  4.75  1.748e+41 0.0241    14309 
TS.triHPacyl.COelim.mmpppptmmd 2.951e+44 4.43  4.43  1.743e+41 0.0241    14310 
TS.triHPacyl.COelim.tpmmmmtmpd 4.787e+44 4.72  4.72  1.743e+41 0.0241    14311 
TS.triHPacyl.COelim.ppptpppmmd 6.090e+44 4.87  4.87  1.734e+41 0.0239    14312 
TS.triHPacyl.COelim.pmppmtmmpd 1.879e+44 4.17  4.17  1.729e+41 0.0239    14313 
TS.triHPacyl.COelim.tmpppmtpmd 7.559e+44 5.00  5.00  1.728e+41 0.0239    14314 
TS.triHPacyl.COelim.pptppppppd 7.706e+44 5.02  5.02  1.701e+41 0.0235    14315 
TS.triHPacyl.COelim.tptpmmmmpd 7.309e+44 4.99  4.99  1.688e+41 0.0233    14316 
TS.triHPacyl.COelim.tmppmtmmpd 1.213e+44 3.93  3.93  1.674e+41 0.0231    14317 
TS.triHPacyl.COelim.ppppmpmmmd 4.433e+44 4.70  4.70  1.668e+41 0.023     14318 
TS.triHPacyl.COelim.pmtpmmmpmd 1.011e+45 5.20  5.20  1.648e+41 0.0228    14319 
TS.triHPacyl.COelim.pmmmmtpmmd 1.094e+45 5.25  5.25  1.642e+41 0.0227    14320 
TS.triHPacyl.COelim.tttmmmpmpd 1.290e+44 3.98  3.98  1.640e+41 0.0226    14321 
TS.triHPacyl.COelim.ppppppmmpd 4.672e+44 4.75  4.75  1.632e+41 0.0225    14322 
TS.triHPacyl.COelim.tmmtmtmpmd 1.152e+45 5.29  5.29  1.617e+41 0.0223    14323 
TS.triHPacyl.COelim.ptpmpptppd 1.990e+43 2.87  2.87  1.608e+41 0.0222    14324 
TS.triHPacyl.COelim.tttmmmmmpd 5.864e+43 3.52  3.52  1.594e+41 0.022     14325 
TS.triHPacyl.COelim.tpmmptmppd 6.315e+43 3.57  3.57  1.588e+41 0.0219    14326 
TS.triHPacyl.COelim.ppmtmttmmd 3.373e+44 4.57  4.57  1.578e+41 0.0218    14327 
TS.triHPacyl.COelim.ppmpmpmpmd 2.022e+44 4.27  4.27  1.572e+41 0.0217    14328 
TS.triHPacyl.COelim.tmtmmttmpd 3.317e+44 4.56  4.56  1.571e+41 0.0217    14329 
TS.triHPacyl.COelim.pmtmmtmppd 4.137e+44 4.70  4.70  1.559e+41 0.0215    14330 
TS.triHPacyl.COelim.pmtppmtppd 4.276e+44 4.72  4.72  1.551e+41 0.0214    14331 
TS.triHPacyl.COelim.tttmmmmppd 8.555e+43 3.77  3.77  1.544e+41 0.0213    14332 
TS.triHPacyl.COelim.tpmpmtmmmd 3.095e+44 4.54  4.54  1.521e+41 0.021     14333 
TS.triHPacyl.COelim.ppmpmpppmd 4.759e+43 3.43  3.43  1.511e+41 0.0209    14334 
TS.triHPacyl.COelim.tmppmmmpmd 3.698e+44 4.65  4.65  1.509e+41 0.0208    14335 
TS.triHPacyl.COelim.tmtmmmpmpd 3.933e+44 4.69  4.69  1.507e+41 0.0208    14336 
TS.triHPacyl.COelim.pmtmpptpmd 5.421e+44 4.88  4.88  1.503e+41 0.0207    14337 
TS.triHPacyl.COelim.tmppmtmpmd 4.994e+44 4.83  4.83  1.502e+41 0.0207    14338 
TS.triHPacyl.COelim.pppmpttpmd 1.765e+44 4.22  4.22  1.487e+41 0.0205    14339 
TS.triHPacyl.COelim.tttpmmtpmd 7.362e+43 3.70  3.70  1.477e+41 0.0204    14340 
TS.triHPacyl.COelim.tmmtmtmppd 8.670e+44 5.18  5.18  1.468e+41 0.0203    14341 
TS.triHPacyl.COelim.pttppptmmd 6.147e+43 3.60  3.60  1.461e+41 0.0202    14342 
TS.triHPacyl.COelim.tmmpmtmmmd 4.496e+44 4.79  4.79  1.458e+41 0.0201    14343 
TS.triHPacyl.COelim.pttmmtmppd 5.554e+43 3.56  3.56  1.428e+41 0.0197    14344 
TS.triHPacyl.COelim.ttppmmtmmd 8.449e+43 3.81  3.81  1.423e+41 0.0196    14345 
TS.triHPacyl.COelim.pptpptmpmd 6.466e+43 3.66  3.66  1.390e+41 0.0192    14346 
TS.triHPacyl.COelim.pppmpttmmd 7.571e+44 5.13  5.13  1.383e+41 0.0191    14347 
TS.triHPacyl.COelim.pmmmptmmpd 1.352e+44 4.11  4.11  1.380e+41 0.0191    14348 
TS.triHPacyl.COelim.ptpppttmmd 6.828e+43 3.70  3.70  1.379e+41 0.019     14349 
TS.triHPacyl.COelim.tttpmttpmd 6.117e+43 3.64  3.64  1.369e+41 0.0189    14350 
TS.triHPacyl.COelim.mpmmpmpmpd 7.034e+43 3.72  3.72  1.364e+41 0.0188    14351 
TS.triHPacyl.COelim.ppmpmmpmpd 1.330e+44 4.11  4.11  1.353e+41 0.0187    14352 
TS.triHPacyl.COelim.ppmpmpmmmd 1.117e+44 4.01  4.01  1.350e+41 0.0186    14353 
TS.triHPacyl.COelim.ptppptpmmd 5.135e+43 3.55  3.55  1.332e+41 0.0184    14354 
TS.triHPacyl.COelim.ppttppmmmd 4.974e+44 4.90  4.90  1.330e+41 0.0184    14355 
TS.triHPacyl.COelim.pttppptpmd 4.771e+43 3.51  3.51  1.325e+41 0.0183    14356 
TS.triHPacyl.COelim.pmtpmtmpmd 9.570e+44 5.30  5.30  1.313e+41 0.0181    14357 
TS.triHPacyl.COelim.tmtpmmpppd 1.003e+45 5.33  5.33  1.309e+41 0.0181    14358 
TS.triHPacyl.COelim.tmtmmtpmpd 4.598e+44 4.87  4.87  1.308e+41 0.0181    14359 
TS.triHPacyl.COelim.pptpptmppd 1.720e+44 4.28  4.28  1.308e+41 0.0181    14360 
TS.triHPacyl.COelim.ptpppptmmd 9.892e+43 3.95  3.95  1.304e+41 0.018     14361 
TS.triHPacyl.COelim.pppmpppmmd 4.023e+44 4.80  4.80  1.293e+41 0.0178    14362 
TS.triHPacyl.COelim.pmtmpmmmmd 1.216e+44 4.08  4.08  1.291e+41 0.0178    14363 
TS.triHPacyl.COelim.tpmpmttpmd 2.582e+44 4.53  4.53  1.290e+41 0.0178    14364 
TS.triHPacyl.COelim.ppptpppmpd 8.190e+44 5.22  5.22  1.287e+41 0.0178    14365 
TS.triHPacyl.COelim.tmttpmtpmd 1.927e+45 5.73  5.73  1.280e+41 0.0177    14366 
TS.triHPacyl.COelim.ptmmptmpmd 1.298e+44 4.13  4.13  1.272e+41 0.0176    14367 
TS.triHPacyl.COelim.tmptmtmmpd 2.175e+44 4.44  4.44  1.268e+41 0.0175    14368 
TS.triHPacyl.COelim.pmtpmmmppd 5.852e+44 5.03  5.03  1.264e+41 0.0175    14369 
TS.triHPacyl.COelim.mtppptmpmd 6.208e+43 3.70  3.70  1.262e+41 0.0174    14370 
TS.triHPacyl.COelim.tttmmtmppd 8.588e+43 3.89  3.89  1.259e+41 0.0174    14371 
TS.triHPacyl.COelim.mtmmpmmpmd 1.584e+44 4.26  4.26  1.246e+41 0.0172    14372 
TS.triHPacyl.COelim.tmttmmtppd 5.869e+44 5.05  5.05  1.236e+41 0.0171    14373 
TS.triHPacyl.COelim.pmppmpmmmd 3.550e+43 3.38  3.38  1.232e+41 0.017     14374 
TS.triHPacyl.COelim.mtpppmpmmd 6.974e+43 3.79  3.79  1.217e+41 0.0168    14375 



213 
 

TS.triHPacyl.COelim.ppmpppmmmd 2.888e+44 4.63  4.63  1.214e+41 0.0168    14376 
TS.triHPacyl.COelim.pmmmppmpmd 1.275e+44 4.15  4.15  1.214e+41 0.0168    14377 
TS.triHPacyl.COelim.tttmmtpmpd 1.049e+44 4.03  4.03  1.211e+41 0.0167    14378 
TS.triHPacyl.COelim.tttmmtmmpd 4.532e+43 3.54  3.54  1.198e+41 0.0165    14379 
TS.triHPacyl.COelim.tmpmppmmpd 2.628e+44 4.59  4.59  1.195e+41 0.0165    14380 
TS.triHPacyl.COelim.ppmppptpmd 2.884e+44 4.65  4.65  1.183e+41 0.0163    14381 
TS.triHPacyl.COelim.pmtmppmppd 1.372e+44 4.22  4.22  1.155e+41 0.0159    14382 
TS.triHPacyl.COelim.mmpmpttmpd 2.865e+44 4.68  4.68  1.122e+41 0.0155    14383 
TS.triHPacyl.COelim.tpppmmpmpd 1.827e+44 4.41  4.41  1.118e+41 0.0154    14384 
TS.triHPacyl.COelim.pppmptpmmd 2.265e+44 4.55  4.55  1.107e+41 0.0153    14385 
TS.triHPacyl.COelim.tmttmtmppd 1.413e+45 5.64  5.64  1.095e+41 0.0151    14386 
TS.triHPacyl.COelim.ppptptmmpd 3.314e+44 4.78  4.78  1.093e+41 0.0151    14387 
TS.triHPacyl.COelim.ttppmmmmmd 1.968e+43 3.10  3.10  1.080e+41 0.0149    14388 
TS.triHPacyl.COelim.tppppmtppd 4.406e+44 4.97  4.97  1.055e+41 0.0146    14389 
TS.triHPacyl.COelim.pptmmppppd 2.230e+44 4.56  4.56  1.055e+41 0.0146    14390 
TS.triHPacyl.COelim.pmppmttppd 7.587e+43 3.92  3.92  1.054e+41 0.0146    14391 
TS.triHPacyl.COelim.ppptpttpmd 1.270e+45 5.61  5.61  1.036e+41 0.0143    14392 
TS.triHPacyl.COelim.tmmmmttmmd 3.280e+44 4.81  4.81  1.027e+41 0.0142    14393 
TS.triHPacyl.COelim.ttppmtpmmd 7.896e+43 3.96  3.96  1.025e+41 0.0141    14394 
TS.triHPacyl.COelim.pmptmmmmmd 1.717e+44 4.43  4.43  1.022e+41 0.0141    14395 
TS.triHPacyl.COelim.tppppmppmd 3.335e+44 4.82  4.82  1.022e+41 0.0141    14396 
TS.triHPacyl.COelim.tpmmpmpmpd 1.208e+44 4.23  4.23  1.005e+41 0.0139    14397 
TS.triHPacyl.COelim.tmptmmmmpd 2.727e+44 4.72  4.72  9.913e+40 0.0137    14398 
TS.triHPacyl.COelim.mmpmpmpmpd 2.289e+43 3.26  3.26  9.614e+40 0.0133    14399 
TS.triHPacyl.COelim.mmpmpmtmpd 2.602e+44 4.71  4.71  9.571e+40 0.0132    14400 
TS.triHPacyl.COelim.tmpppmmmpd 3.959e+44 4.97  4.97  9.542e+40 0.0132    14401 
TS.triHPacyl.COelim.tmmmmttpmd 4.076e+44 5.00  5.00  9.311e+40 0.0129    14402 
TS.triHPacyl.COelim.ppptpttmpd 1.494e+45 5.78  5.78  9.158e+40 0.0126    14403 
TS.triHPacyl.COelim.tmmmmmtmmd 5.051e+44 5.14  5.14  9.122e+40 0.0126    14404 
TS.triHPacyl.COelim.pmmmpmmmpd 1.526e+44 4.43  4.43  9.075e+40 0.0125    14405 
TS.triHPacyl.COelim.tppppmtmmd 7.802e+44 5.40  5.40  9.064e+40 0.0125    14406 
TS.triHPacyl.COelim.tpmmmppppd 1.118e+44 4.25  4.25  9.024e+40 0.0125    14407 
TS.triHPacyl.COelim.mtmmppmpmd 2.141e+44 4.64  4.64  8.945e+40 0.0124    14408 
TS.triHPacyl.COelim.tmmmmmtpmd 6.531e+44 5.30  5.30  8.933e+40 0.0123    14409 
TS.triHPacyl.COelim.tpmmmtmpmd 1.113e+44 4.25  4.25  8.911e+40 0.0123    14410 
TS.triHPacyl.COelim.tpmmppmppd 6.424e+43 3.92  3.92  8.907e+40 0.0123    14411 
TS.triHPacyl.COelim.tppppmpmmd 5.504e+44 5.21  5.21  8.794e+40 0.0121    14412 
TS.triHPacyl.COelim.pmptptmmpd 6.936e+43 3.99  3.99  8.579e+40 0.0118    14413 
TS.triHPacyl.COelim.mmpmptpmpd 2.494e+43 3.39  3.39  8.490e+40 0.0117    14414 
TS.triHPacyl.COelim.ppmtptmppd 1.686e+44 4.54  4.54  8.310e+40 0.0115    14415 
TS.triHPacyl.COelim.pmtpmmtppd 3.787e+44 5.03  5.03  8.223e+40 0.0114    14416 
TS.triHPacyl.COelim.tttpmmmmmd 5.032e+43 3.83  3.83  8.204e+40 0.0113    14417 
TS.triHPacyl.COelim.tmpppmmmmd 4.650e+44 5.15  5.15  8.193e+40 0.0113    14418 
TS.triHPacyl.COelim.tttpmmmppd 2.967e+44 4.89  4.89  8.127e+40 0.0112    14419 
TS.triHPacyl.COelim.tttpmtmmmd 4.509e+43 3.77  3.77  8.025e+40 0.0111    14420 
TS.triHPacyl.COelim.pmppmmmmmd 3.262e+43 3.58  3.58  7.984e+40 0.011     14421 
TS.triHPacyl.COelim.tptppmtppd 3.284e+45 6.33  6.33  7.971e+40 0.011     14422 
TS.triHPacyl.COelim.pppppptmpd 9.568e+44 5.60  5.60  7.938e+40 0.011     14423 
TS.triHPacyl.COelim.ppttptmmpd 4.786e+44 5.19  5.19  7.935e+40 0.011     14424 
TS.triHPacyl.COelim.mpppmmtpmd 3.662e+44 5.04  5.04  7.777e+40 0.0107    14425 
TS.triHPacyl.COelim.pmtpppmpmd 3.634e+44 5.04  5.04  7.737e+40 0.0107    14426 
TS.triHPacyl.COelim.tpmpmpmmmd 6.182e+44 5.36  5.36  7.648e+40 0.0106    14427 
TS.triHPacyl.COelim.tttpmtmppd 3.823e+44 5.08  5.08  7.640e+40 0.0105    14428 
TS.triHPacyl.COelim.ppptpptppd 7.261e+44 5.47  5.47  7.564e+40 0.0104    14429 
TS.triHPacyl.COelim.mmmmpmmmpd 8.534e+43 4.19  4.19  7.561e+40 0.0104    14430 
TS.triHPacyl.COelim.ttppmtmppd 1.387e+44 4.48  4.48  7.548e+40 0.0104    14431 
TS.triHPacyl.COelim.tpmpmptpmd 5.187e+44 5.27  5.27  7.540e+40 0.0104    14432 
TS.triHPacyl.COelim.ppptptpppd 3.778e+44 5.08  5.08  7.516e+40 0.0104    14433 
TS.triHPacyl.COelim.pmtpptmppd 3.472e+44 5.03  5.03  7.513e+40 0.0104    14434 
TS.triHPacyl.COelim.mttppmmppd 4.693e+44 5.21  5.21  7.462e+40 0.0103    14435 
TS.triHPacyl.COelim.tmmtmmmppd 8.236e+44 5.55  5.55  7.446e+40 0.0103    14436 
TS.triHPacyl.COelim.pmtpptmmpd 2.055e+44 4.73  4.73  7.382e+40 0.0102    14437 
TS.triHPacyl.COelim.tpmmmmpmmd 2.323e+44 4.80  4.80  7.349e+40 0.0101    14438 
TS.triHPacyl.COelim.tpmmmptppd 4.621e+44 5.22  5.22  7.298e+40 0.0101    14439 
TS.triHPacyl.COelim.mmptmmtmpd 1.524e+44 4.58  4.58  7.072e+40 0.00976   14440 
TS.triHPacyl.COelim.tmmmpmpppd 8.516e+44 5.60  5.60  7.065e+40 0.00975   14441 
TS.triHPacyl.COelim.tpppppppmd 3.739e+44 5.11  5.11  7.025e+40 0.0097    14442 
TS.triHPacyl.COelim.pttmpppmpd 8.469e+43 4.23  4.23  7.013e+40 0.00968   14443 
TS.triHPacyl.COelim.ppptptpmpd 3.170e+44 5.02  5.02  6.947e+40 0.00959   14444 
TS.triHPacyl.COelim.ttppmmppmd 1.753e+44 4.67  4.67  6.923e+40 0.00956   14445 
TS.triHPacyl.COelim.tpttmttpmd 1.248e+45 5.84  5.84  6.892e+40 0.00952   14446 
TS.triHPacyl.COelim.ppmpppppmd 1.477e+44 4.57  4.57  6.891e+40 0.00951   14447 
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TS.triHPacyl.COelim.pppmpptpmd 3.429e+44 5.08  5.08  6.829e+40 0.00943   14448 
TS.triHPacyl.COelim.tmtppmpppd 4.040e+45 6.56  6.56  6.775e+40 0.00935   14449 
TS.triHPacyl.COelim.tmmpmtmppd 1.669e+44 4.66  4.66  6.720e+40 0.00928   14450 
TS.triHPacyl.COelim.tmttmmmppd 1.143e+45 5.81  5.81  6.656e+40 0.00919   14451 
TS.triHPacyl.COelim.tptpmmpmpd 4.418e+44 5.25  5.25  6.579e+40 0.00908   14452 
TS.triHPacyl.COelim.tpptmttppd 2.017e+45 6.16  6.16  6.563e+40 0.00906   14453 
TS.triHPacyl.COelim.mptmmmmmpd 4.922e+44 5.32  5.32  6.515e+40 0.00899   14454 
TS.triHPacyl.COelim.pmmmptmmmd 2.336e+44 4.88  4.88  6.482e+40 0.00895   14455 
TS.triHPacyl.COelim.mmttpmmmmd 4.253e+44 5.24  5.24  6.441e+40 0.00889   14456 
TS.triHPacyl.COelim.mmtpmmtpmd 5.910e+44 5.44  5.44  6.400e+40 0.00884   14457 
TS.triHPacyl.COelim.pptpmmpppd 5.748e+44 5.44  5.44  6.309e+40 0.00871   14458 
TS.triHPacyl.COelim.pppmptmmmd 7.684e+43 4.25  4.25  6.146e+40 0.00849   14459 
TS.triHPacyl.COelim.ttmmptmpmd 5.813e+44 5.46  5.46  6.142e+40 0.00848   14460 
TS.triHPacyl.COelim.ptptptmmmd 2.114e+44 4.86  4.86  6.116e+40 0.00844   14461 
TS.triHPacyl.COelim.pmtpmtmppd 4.330e+44 5.29  5.29  6.088e+40 0.00841   14462 
TS.triHPacyl.COelim.pmtpppmppd 3.714e+44 5.20  5.20  6.050e+40 0.00835   14463 
TS.triHPacyl.COelim.tptppmmmmd 3.930e+44 5.24  5.24  6.033e+40 0.00833   14464 
TS.triHPacyl.COelim.ttpmmmtppd 3.136e+43 3.73  3.73  6.011e+40 0.0083    14465 
TS.triHPacyl.COelim.tptmppmmmd 1.946e+45 6.20  6.20  5.968e+40 0.00824   14466 
TS.triHPacyl.COelim.pttmptmppd 7.429e+43 4.25  4.25  5.956e+40 0.00822   14467 
TS.triHPacyl.COelim.tppppptppd 5.529e+44 5.45  5.45  5.947e+40 0.00821   14468 
TS.triHPacyl.COelim.ppmtppmppd 1.442e+44 4.67  4.67  5.727e+40 0.00791   14469 
TS.triHPacyl.COelim.tmppmmtppd 3.280e+44 5.17  5.17  5.604e+40 0.00774   14470 
TS.triHPacyl.COelim.mmtpmttpmd 1.361e+45 6.02  6.02  5.564e+40 0.00768   14471 
TS.triHPacyl.COelim.mmptpmmmpd 4.601e+44 5.38  5.38  5.562e+40 0.00768   14472 
TS.triHPacyl.COelim.ptpppmmpmd 5.209e+43 4.08  4.08  5.549e+40 0.00766   14473 
TS.triHPacyl.COelim.pttmmpmppd 5.718e+43 4.14  4.14  5.546e+40 0.00766   14474 
TS.triHPacyl.COelim.tpmmptpmpd 1.894e+44 4.85  4.85  5.521e+40 0.00762   14475 
TS.triHPacyl.COelim.ppptptppmd 3.956e+44 5.29  5.29  5.514e+40 0.00761   14476 
TS.triHPacyl.COelim.tmttpmmmmd 3.035e+45 6.51  6.51  5.497e+40 0.00759   14477 
TS.triHPacyl.COelim.tmppppmmpd 8.609e+44 5.76  5.76  5.473e+40 0.00756   14478 
TS.triHPacyl.COelim.tmmtmtmmmd 1.442e+44 4.70  4.70  5.459e+40 0.00754   14479 
TS.triHPacyl.COelim.pttpmtmppd 2.007e+44 4.90  4.90  5.450e+40 0.00753   14480 
TS.triHPacyl.COelim.mtpppptpmd 2.836e+43 3.73  3.73  5.450e+40 0.00752   14481 
TS.triHPacyl.COelim.mmpmpmmmmd 8.993e+43 4.42  4.42  5.449e+40 0.00752   14482 
TS.triHPacyl.COelim.pmptmtmmmd 1.170e+44 4.58  4.58  5.409e+40 0.00747   14483 
TS.triHPacyl.COelim.pptpmppppd 2.360e+44 5.00  5.00  5.396e+40 0.00745   14484 
TS.triHPacyl.COelim.ttpmmmmmpd 2.080e+43 3.55  3.55  5.382e+40 0.00743   14485 
TS.triHPacyl.COelim.pmppptmpmd 4.893e+43 4.06  4.06  5.351e+40 0.00739   14486 
TS.triHPacyl.COelim.ptpmpttppd 1.691e+43 3.44  3.44  5.315e+40 0.00734   14487 
TS.triHPacyl.COelim.tmttmtmpmd 2.149e+45 6.32  6.32  5.307e+40 0.00733   14488 
TS.triHPacyl.COelim.mmtppmtpmd 3.900e+44 5.31  5.31  5.263e+40 0.00727   14489 
TS.triHPacyl.COelim.mpmmpptmpd 7.195e+43 4.31  4.31  5.252e+40 0.00725   14490 
TS.triHPacyl.COelim.ptppmmmmmd 1.807e+43 3.48  3.48  5.244e+40 0.00724   14491 
TS.triHPacyl.COelim.pmtmptpmpd 8.579e+43 4.42  4.42  5.197e+40 0.00718   14492 
TS.triHPacyl.COelim.pttpmmtpmd 1.370e+44 4.70  4.70  5.141e+40 0.0071    14493 
TS.triHPacyl.COelim.mpmmpppppd 7.052e+43 4.31  4.31  5.122e+40 0.00707   14494 
TS.triHPacyl.COelim.tpmmpttmpd 4.817e+44 5.45  5.45  5.119e+40 0.00707   14495 
TS.triHPacyl.COelim.tmtmmmpppd 3.586e+44 5.28  5.28  5.109e+40 0.00705   14496 
TS.triHPacyl.COelim.ttppmttmmd 5.914e+43 4.21  4.21  5.045e+40 0.00697   14497 
TS.triHPacyl.COelim.tpppmtpmpd 3.875e+44 5.33  5.33  5.045e+40 0.00697   14498 
TS.triHPacyl.COelim.pmmmmmmppd 7.010e+43 4.32  4.32  5.025e+40 0.00694   14499 
TS.triHPacyl.COelim.tmtmmmmpmd 2.211e+45 6.38  6.38  4.985e+40 0.00688   14500 
TS.triHPacyl.COelim.mmpmpmtpmd 1.203e+44 4.64  4.64  4.973e+40 0.00687   14501 
TS.triHPacyl.COelim.ppttpptppd 6.988e+44 5.70  5.70  4.959e+40 0.00685   14502 
TS.triHPacyl.COelim.mmpmpptppd 1.647e+44 4.83  4.83  4.949e+40 0.00683   14503 
TS.triHPacyl.COelim.ptmtptpmpd 2.805e+44 5.15  5.15  4.942e+40 0.00682   14504 
TS.triHPacyl.COelim.mmmmptmmpd 8.237e+43 4.42  4.42  4.925e+40 0.0068    14505 
TS.triHPacyl.COelim.ppttptpmpd 1.623e+45 6.21  6.21  4.885e+40 0.00674   14506 
TS.triHPacyl.COelim.tttpmmpmpd 1.527e+45 6.17  6.17  4.856e+40 0.00671   14507 
TS.triHPacyl.COelim.pppppppppd 3.363e+44 5.28  5.28  4.775e+40 0.00659   14508 
TS.triHPacyl.COelim.pttpmtmpmd 5.147e+43 4.17  4.17  4.740e+40 0.00655   14509 
TS.triHPacyl.COelim.mmpppmtpmd 4.427e+43 4.08  4.08  4.684e+40 0.00647   14510 
TS.triHPacyl.COelim.ptmtmtmppd 2.325e+44 5.07  5.07  4.677e+40 0.00646   14511 
TS.triHPacyl.COelim.mttpptmpmd 2.849e+44 5.20  5.20  4.648e+40 0.00642   14512 
TS.triHPacyl.COelim.tpppptmpmd 1.420e+44 4.79  4.79  4.579e+40 0.00632   14513 
TS.triHPacyl.COelim.pttpptmmmd 4.098e+43 4.06  4.06  4.547e+40 0.00628   14514 
TS.triHPacyl.COelim.mttmptmppd 1.086e+44 4.64  4.64  4.495e+40 0.00621   14515 
TS.triHPacyl.COelim.ttmmmmtmmd 5.608e+44 5.62  5.62  4.492e+40 0.0062    14516 
TS.triHPacyl.COelim.mptmmpmmpd 3.092e+44 5.27  5.27  4.490e+40 0.0062    14517 
TS.triHPacyl.COelim.pppmpptmmd 8.217e+44 5.85  5.85  4.469e+40 0.00617   14518 
TS.triHPacyl.COelim.tmppmttppd 2.376e+44 5.12  5.12  4.463e+40 0.00616   14519 



215 
 

TS.triHPacyl.COelim.mmppmmtpmd 8.314e+43 4.49  4.49  4.457e+40 0.00615   14520 
TS.triHPacyl.COelim.tpppmmppmd 2.582e+44 5.17  5.17  4.457e+40 0.00615   14521 
TS.triHPacyl.COelim.mpppmptpmd 2.188e+44 5.07  5.07  4.449e+40 0.00614   14522 
TS.triHPacyl.COelim.pmttmmmmmd 2.220e+45 6.45  6.45  4.444e+40 0.00614   14523 
TS.triHPacyl.COelim.tpppmpppmd 8.667e+43 4.52  4.52  4.443e+40 0.00614   14524 
TS.triHPacyl.COelim.mpmmpmtmpd 1.653e+44 4.90  4.90  4.419e+40 0.0061    14525 
TS.triHPacyl.COelim.tptpmmmppd 1.685e+44 4.92  4.92  4.392e+40 0.00606   14526 
TS.triHPacyl.COelim.pptpmpmpmd 2.949e+44 5.25  5.25  4.383e+40 0.00605   14527 
TS.triHPacyl.COelim.mttppmmpmd 2.651e+44 5.20  5.20  4.353e+40 0.00601   14528 
TS.triHPacyl.COelim.mpmmptpmpd 1.530e+44 4.87  4.87  4.338e+40 0.00599   14529 
TS.triHPacyl.COelim.tppppmmpmd 9.328e+43 4.58  4.58  4.332e+40 0.00598   14530 
TS.triHPacyl.COelim.ppptpptmmd 1.630e+45 6.29  6.29  4.297e+40 0.00593   14531 
TS.triHPacyl.COelim.tttpmtmpmd 1.481e+44 4.86  4.86  4.293e+40 0.00593   14532 
TS.triHPacyl.COelim.mmttptmmmd 5.639e+44 5.66  5.66  4.263e+40 0.00589   14533 
TS.triHPacyl.COelim.ttpppmpmmd 1.045e+44 4.66  4.66  4.240e+40 0.00585   14534 
TS.triHPacyl.COelim.tpptmmpmmd 4.415e+44 5.52  5.52  4.222e+40 0.00583   14535 
TS.triHPacyl.COelim.mpmmpmmpmd 5.517e+43 4.28  4.28  4.204e+40 0.00581   14536 
TS.triHPacyl.COelim.pptpmtpmmd 3.736e+44 5.42  5.42  4.197e+40 0.0058    14537 
TS.triHPacyl.COelim.mpmmmmmppd 7.379e+43 4.46  4.46  4.184e+40 0.00578   14538 
TS.triHPacyl.COelim.ppttptpmmd 1.726e+45 6.34  6.34  4.183e+40 0.00578   14539 
TS.triHPacyl.COelim.mmmmmmmppd 1.418e+44 4.85  4.85  4.156e+40 0.00574   14540 
TS.triHPacyl.COelim.pptpmmppmd 3.277e+44 5.35  5.35  4.132e+40 0.0057    14541 
TS.triHPacyl.COelim.tmmpmmmppd 4.050e+44 5.48  5.48  4.095e+40 0.00565   14542 
TS.triHPacyl.COelim.tmmpmmmpmd 1.824e+44 5.01  5.01  4.068e+40 0.00562   14543 
TS.triHPacyl.COelim.ppptpptpmd 1.698e+45 6.35  6.35  4.034e+40 0.00557   14544 
TS.triHPacyl.COelim.tmtpmtppmd 9.630e+44 6.01  6.01  4.023e+40 0.00555   14545 
TS.triHPacyl.COelim.ppmpptmppd 1.047e+44 4.69  4.69  4.020e+40 0.00555   14546 
TS.triHPacyl.COelim.pmtpptmpmd 2.596e+44 5.23  5.23  4.016e+40 0.00555   14547 
TS.triHPacyl.COelim.tmtmmtpppd 3.483e+44 5.41  5.41  3.987e+40 0.00551   14548 
TS.triHPacyl.COelim.tpttmtmmmd 8.200e+44 5.92  5.92  3.985e+40 0.0055    14549 
TS.triHPacyl.COelim.tttpmmpmmd 1.504e+44 4.91  4.91  3.985e+40 0.0055    14550 
TS.triHPacyl.COelim.tptpmtppmd 1.519e+45 6.29  6.29  3.962e+40 0.00547   14551 
TS.triHPacyl.COelim.tpptmtpmmd 1.851e+45 6.41  6.41  3.949e+40 0.00545   14552 
TS.triHPacyl.COelim.tpttmmtpmd 1.334e+45 6.23  6.23  3.862e+40 0.00533   14553 
TS.triHPacyl.COelim.ppttpppmpd 9.710e+44 6.04  6.04  3.838e+40 0.0053    14554 
TS.triHPacyl.COelim.tptmpmtpmd 1.219e+45 6.18  6.18  3.831e+40 0.00529   14555 
TS.triHPacyl.COelim.ttmmmttmmd 4.166e+44 5.55  5.55  3.802e+40 0.00525   14556 
TS.triHPacyl.COelim.pptmptpmmd 1.527e+45 6.32  6.32  3.771e+40 0.00521   14557 
TS.triHPacyl.COelim.mttmppmppd 1.035e+44 4.72  4.72  3.757e+40 0.00519   14558 
TS.triHPacyl.COelim.pmtmpppmpd 9.095e+43 4.65  4.65  3.745e+40 0.00517   14559 
TS.triHPacyl.COelim.pmmmpttppd 1.797e+44 5.05  5.05  3.743e+40 0.00517   14560 
TS.triHPacyl.COelim.tpmpmtppmd 1.663e+44 5.01  5.01  3.741e+40 0.00517   14561 
TS.triHPacyl.COelim.mmtppmtppd 7.363e+44 5.90  5.90  3.736e+40 0.00516   14562 
TS.triHPacyl.COelim.tmmmpttppd 6.296e+44 5.80  5.80  3.732e+40 0.00515   14563 
TS.triHPacyl.COelim.ttppmpmpmd 5.846e+43 4.39  4.39  3.731e+40 0.00515   14564 
TS.triHPacyl.COelim.pttpmpmppd 3.340e+44 5.43  5.43  3.710e+40 0.00512   14565 
TS.triHPacyl.COelim.pptpmpppmd 1.306e+44 4.87  4.87  3.706e+40 0.00512   14566 
TS.triHPacyl.COelim.mmppmppppd 5.493e+43 4.35  4.35  3.705e+40 0.00512   14567 
TS.triHPacyl.COelim.tptmptmmmd 5.515e+44 5.73  5.73  3.698e+40 0.00511   14568 
TS.triHPacyl.COelim.tmttmmmpmd 2.010e+45 6.51  6.51  3.667e+40 0.00506   14569 
TS.triHPacyl.COelim.pptpmmmmpd 1.129e+45 6.17  6.17  3.637e+40 0.00502   14570 
TS.triHPacyl.COelim.tpmtmmmppd 1.730e+44 5.05  5.05  3.631e+40 0.00501   14571 
TS.triHPacyl.COelim.ttpmmmpmpd 5.312e+43 4.36  4.36  3.553e+40 0.00491   14572 
TS.triHPacyl.COelim.tmtpmmpmmd 6.448e+44 5.85  5.85  3.538e+40 0.00489   14573 
TS.triHPacyl.COelim.ppttpppmmd 1.392e+45 6.31  6.31  3.523e+40 0.00486   14574 
TS.triHPacyl.COelim.ptppmpmpmd 1.581e+43 3.64  3.64  3.515e+40 0.00485   14575 
TS.triHPacyl.COelim.pppmptppmd 2.182e+44 5.21  5.21  3.509e+40 0.00485   14576 
TS.triHPacyl.COelim.tpppmtmmpd 3.289e+44 5.45  5.45  3.506e+40 0.00484   14577 
TS.triHPacyl.COelim.mptpmmmmmd 1.195e+45 6.22  6.22  3.489e+40 0.00482   14578 
TS.triHPacyl.COelim.tttpmtpmmd 1.323e+44 4.91  4.91  3.484e+40 0.00481   14579 
TS.triHPacyl.COelim.tmmmmmpmmd 4.509e+44 5.66  5.66  3.399e+40 0.00469   14580 
TS.triHPacyl.COelim.tmptpmmmpd 5.967e+44 5.83  5.83  3.389e+40 0.00468   14581 
TS.triHPacyl.COelim.pmpppmppmd 3.855e+43 4.20  4.20  3.374e+40 0.00466   14582 
TS.triHPacyl.COelim.ppttptppmd 5.503e+44 5.79  5.79  3.360e+40 0.00464   14583 
TS.triHPacyl.COelim.tmttpptpmd 1.317e+45 6.31  6.31  3.337e+40 0.00461   14584 
TS.triHPacyl.COelim.tttpmmtmmd 1.233e+44 4.90  4.90  3.321e+40 0.00459   14585 
TS.triHPacyl.COelim.pttpmmmppd 1.836e+44 5.14  5.14  3.307e+40 0.00457   14586 
TS.triHPacyl.COelim.pptmppppmd 8.803e+44 6.08  6.08  3.300e+40 0.00456   14587 
TS.triHPacyl.COelim.pptmpppmmd 1.993e+45 6.57  6.57  3.287e+40 0.00454   14588 
TS.triHPacyl.COelim.ppmpmtmpmd 3.693e+43 4.19  4.19  3.285e+40 0.00454   14589 
TS.triHPacyl.COelim.pmttmmmmpd 2.554e+44 5.34  5.34  3.285e+40 0.00454   14590 
TS.triHPacyl.COelim.tptpmtpppd 8.453e+44 6.05  6.05  3.284e+40 0.00453   14591 
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TS.triHPacyl.COelim.tmmpmttpmd 4.305e+44 5.65  5.65  3.277e+40 0.00452   14592 
TS.triHPacyl.COelim.tmmtmtmmpd 5.863e+44 5.84  5.84  3.259e+40 0.0045    14593 
TS.triHPacyl.COelim.ttppmmmpmd 4.371e+43 4.30  4.30  3.214e+40 0.00444   14594 
TS.triHPacyl.COelim.pttmpptmpd 1.112e+44 4.87  4.87  3.172e+40 0.00438   14595 
TS.triHPacyl.COelim.tpppptpmmd 3.660e+44 5.58  5.58  3.170e+40 0.00438   14596 
TS.triHPacyl.COelim.ptmtmtmpmd 2.749e+44 5.41  5.41  3.164e+40 0.00437   14597 
TS.triHPacyl.COelim.pmmmptpppd 1.992e+44 5.22  5.22  3.144e+40 0.00434   14598 
TS.triHPacyl.COelim.pmtpmmpppd 1.193e+45 6.30  6.30  3.095e+40 0.00427   14599 
TS.triHPacyl.COelim.pmttpttpmd 5.750e+44 5.87  5.87  3.066e+40 0.00423   14600 
TS.triHPacyl.COelim.pmptmmmpmd 1.097e+45 6.25  6.25  3.060e+40 0.00423   14601 
TS.triHPacyl.COelim.ptppmmppmd 5.035e+43 4.42  4.42  3.048e+40 0.00421   14602 
TS.triHPacyl.COelim.tptpmtmpmd 7.222e+43 4.63  4.63  3.042e+40 0.0042    14603 
TS.triHPacyl.COelim.pmmmptpmpd 3.140e+43 4.14  4.14  3.038e+40 0.0042    14604 
TS.triHPacyl.COelim.tmppmmtmmd 2.986e+44 5.48  5.48  3.036e+40 0.00419   14605 
TS.triHPacyl.COelim.mmmmmmmpmd 5.567e+44 5.86  5.86  3.021e+40 0.00417   14606 
TS.triHPacyl.COelim.tptpmtmppd 2.329e+44 5.34  5.34  3.019e+40 0.00417   14607 
TS.triHPacyl.COelim.ttmmmttpmd 1.539e+45 6.46  6.46  3.006e+40 0.00415   14608 
TS.triHPacyl.COelim.ppmmpmpmmd 1.536e+44 5.09  5.09  2.989e+40 0.00413   14609 
TS.triHPacyl.COelim.tptmmtpppd 2.368e+44 5.35  5.35  2.986e+40 0.00412   14610 
TS.triHPacyl.COelim.pmptmmtpmd 6.621e+44 5.97  5.97  2.982e+40 0.00412   14611 
TS.triHPacyl.COelim.pmppmmppmd 1.226e+44 4.96  4.96  2.977e+40 0.00411   14612 
TS.triHPacyl.COelim.pttppttppd 1.273e+44 4.99  4.99  2.936e+40 0.00405   14613 
TS.triHPacyl.COelim.tppppptmmd 4.219e+44 5.71  5.71  2.932e+40 0.00405   14614 
TS.triHPacyl.COelim.tpmmpptmpd 3.021e+44 5.51  5.51  2.916e+40 0.00403   14615 
TS.triHPacyl.COelim.mmtmpmtpmd 6.961e+44 6.01  6.01  2.890e+40 0.00399   14616 
TS.triHPacyl.COelim.mttpptmppd 2.635e+44 5.44  5.44  2.887e+40 0.00399   14617 
TS.triHPacyl.COelim.ppmtmmmmpd 8.027e+44 6.10  6.10  2.887e+40 0.00399   14618 
TS.triHPacyl.COelim.tptpmppppd 2.559e+45 6.79  6.79  2.879e+40 0.00397   14619 
TS.triHPacyl.COelim.mpmmpmmmpd 1.665e+44 5.17  5.17  2.873e+40 0.00397   14620 
TS.triHPacyl.COelim.tptpmtpmpd 9.420e+44 6.20  6.20  2.845e+40 0.00393   14621 
TS.triHPacyl.COelim.mmppmmpmmd 4.889e+43 4.44  4.44  2.830e+40 0.00391   14622 
TS.triHPacyl.COelim.mmtmmpmmmd 1.074e+45 6.30  6.30  2.771e+40 0.00383   14623 
TS.triHPacyl.COelim.tmmtmmmmpd 9.121e+44 6.20  6.20  2.771e+40 0.00383   14624 
TS.triHPacyl.COelim.tmmpmttmmd 4.505e+44 5.78  5.78  2.761e+40 0.00381   14625 
TS.triHPacyl.COelim.pmptmmmmpd 1.731e+44 5.22  5.22  2.741e+40 0.00379   14626 
TS.triHPacyl.COelim.pmtpptpppd 1.084e+45 6.31  6.31  2.739e+40 0.00378   14627 
TS.triHPacyl.COelim.ppptppmmpd 4.346e+44 5.77  5.77  2.735e+40 0.00378   14628 
TS.triHPacyl.COelim.ptpppttppd 5.708e+43 4.56  4.56  2.732e+40 0.00377   14629 
TS.triHPacyl.COelim.tmmtmpmpmd 1.117e+44 4.96  4.96  2.731e+40 0.00377   14630 
TS.triHPacyl.COelim.tppmmttpmd 7.886e+44 6.13  6.13  2.709e+40 0.00374   14631 
TS.triHPacyl.COelim.tmttppmmmd 2.714e+45 6.87  6.87  2.700e+40 0.00373   14632 
TS.triHPacyl.COelim.pttmppmppd 5.380e+43 4.53  4.53  2.699e+40 0.00373   14633 
TS.triHPacyl.COelim.mtppppmpmd 3.550e+43 4.28  4.28  2.699e+40 0.00373   14634 
TS.triHPacyl.COelim.ttmtmmpmpd 5.809e+44 5.95  5.95  2.687e+40 0.00371   14635 
TS.triHPacyl.COelim.tpmmpttppd 7.882e+44 6.14  6.14  2.672e+40 0.00369   14636 
TS.triHPacyl.COelim.tpttmmmmmd 8.366e+44 6.17  6.17  2.665e+40 0.00368   14637 
TS.triHPacyl.COelim.tpmmptmpmd 2.693e+44 5.50  5.50  2.650e+40 0.00366   14638 
TS.triHPacyl.COelim.pttpmmtppd 3.691e+44 5.69  5.69  2.650e+40 0.00366   14639 
TS.triHPacyl.COelim.tttpmmmpmd 9.286e+43 4.87  4.87  2.642e+40 0.00365   14640 
TS.triHPacyl.COelim.ppttptmppd 2.054e+44 5.34  5.34  2.627e+40 0.00363   14641 
TS.triHPacyl.COelim.ppttptpppd 4.161e+44 5.77  5.77  2.616e+40 0.00361   14642 
TS.triHPacyl.COelim.pttppptppd 1.186e+44 5.02  5.02  2.602e+40 0.00359   14643 
TS.triHPacyl.COelim.mttmpmmmpd 1.003e+44 4.92  4.92  2.598e+40 0.00359   14644 
TS.triHPacyl.COelim.tttpmttmmd 9.582e+43 4.90  4.90  2.565e+40 0.00354   14645 
TS.triHPacyl.COelim.pmptpmmmpd 4.975e+43 4.52  4.52  2.548e+40 0.00352   14646 
TS.triHPacyl.COelim.mmptpmtppd 3.480e+44 5.68  5.68  2.529e+40 0.00349   14647 
TS.triHPacyl.COelim.ppptpppppd 7.936e+44 6.17  6.17  2.526e+40 0.00349   14648 
TS.triHPacyl.COelim.ptmtpttmmd 3.846e+44 5.75  5.75  2.503e+40 0.00346   14649 
TS.triHPacyl.COelim.tmmtmmmmmd 5.500e+44 5.96  5.96  2.494e+40 0.00344   14650 
TS.triHPacyl.COelim.pmmmpttmpd 1.932e+44 5.34  5.34  2.482e+40 0.00343   14651 
TS.triHPacyl.COelim.ppptptmmmd 2.056e+44 5.38  5.38  2.476e+40 0.00342   14652 
TS.triHPacyl.COelim.tpmmptpppd 4.079e+44 5.79  5.79  2.461e+40 0.0034    14653 
TS.triHPacyl.COelim.tppmmmtpmd 1.551e+45 6.59  6.59  2.443e+40 0.00337   14654 
TS.triHPacyl.COelim.mmtmmmmppd 5.469e+44 5.98  5.98  2.399e+40 0.00331   14655 
TS.triHPacyl.COelim.pmtppmmmpd 1.918e+44 5.36  5.36  2.392e+40 0.0033    14656 
TS.triHPacyl.COelim.tmpmmtmppd 7.490e+43 4.80  4.80  2.379e+40 0.00328   14657 
TS.triHPacyl.COelim.ttmmppmpmd 3.301e+44 5.69  5.69  2.377e+40 0.00328   14658 
TS.triHPacyl.COelim.mpmmpmpmmd 6.040e+43 4.68  4.68  2.370e+40 0.00327   14659 
TS.triHPacyl.COelim.pmtpmmpmmd 1.008e+44 5.00  5.00  2.309e+40 0.00319   14660 
TS.triHPacyl.COelim.pmmmpmtppd 2.251e+44 5.48  5.48  2.306e+40 0.00318   14661 
TS.triHPacyl.COelim.tttmptmppd 2.133e+44 5.45  5.45  2.295e+40 0.00317   14662 
TS.triHPacyl.COelim.ppttpppppd 1.134e+45 6.44  6.44  2.294e+40 0.00317   14663 
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TS.triHPacyl.COelim.pmppppmpmd 6.744e+43 4.76  4.76  2.293e+40 0.00317   14664 
TS.triHPacyl.COelim.ttmtmmmppd 4.888e+44 5.94  5.94  2.293e+40 0.00317   14665 
TS.triHPacyl.COelim.pttmpttpmd 1.485e+44 5.24  5.24  2.275e+40 0.00314   14666 
TS.triHPacyl.COelim.pttmmtmmpd 6.915e+43 4.78  4.78  2.269e+40 0.00313   14667 
TS.triHPacyl.COelim.tmttpmtppd 1.444e+45 6.59  6.59  2.268e+40 0.00313   14668 
TS.triHPacyl.COelim.mpmmppmmpd 1.111e+44 5.07  5.07  2.261e+40 0.00312   14669 
TS.triHPacyl.COelim.mtpppppmmd 3.777e+43 4.43  4.43  2.253e+40 0.00311   14670 
TS.triHPacyl.COelim.ppptpptmpd 1.313e+45 6.54  6.54  2.245e+40 0.0031    14671 
TS.triHPacyl.COelim.mpmmptmpmd 3.225e+43 4.33  4.33  2.243e+40 0.0031    14672 
TS.triHPacyl.COelim.tmptmmmmmd 3.234e+44 5.71  5.71  2.223e+40 0.00307   14673 
TS.triHPacyl.COelim.tpptmmtppd 1.245e+45 6.52  6.52  2.217e+40 0.00306   14674 
TS.triHPacyl.COelim.tmmpmmmmmd 1.229e+44 5.14  5.14  2.212e+40 0.00305   14675 
TS.triHPacyl.COelim.tpttmttppd 1.412e+45 6.60  6.60  2.209e+40 0.00305   14676 
TS.triHPacyl.COelim.ppttppppmd 1.288e+45 6.54  6.54  2.202e+40 0.00304   14677 
TS.triHPacyl.COelim.ptmtpppmpd 3.852e+44 5.83  5.83  2.198e+40 0.00304   14678 
TS.triHPacyl.COelim.pmmpptmppd 1.104e+44 5.08  5.08  2.198e+40 0.00303   14679 
TS.triHPacyl.COelim.pmtmmmmpmd 7.052e+44 6.19  6.19  2.194e+40 0.00303   14680 
TS.triHPacyl.COelim.tptmmmpppd 1.246e+44 5.15  5.15  2.192e+40 0.00303   14681 
TS.triHPacyl.COelim.pttpmpmpmd 5.476e+43 4.68  4.68  2.149e+40 0.00297   14682 
TS.triHPacyl.COelim.pttpmmmmmd 5.747e+43 4.71  4.71  2.141e+40 0.00296   14683 
TS.triHPacyl.COelim.pttmmmmmpd 5.404e+43 4.67  4.67  2.137e+40 0.00295   14684 
TS.triHPacyl.COelim.ppmpppmppd 9.688e+43 5.03  5.03  2.103e+40 0.0029    14685 
TS.triHPacyl.COelim.mmmpmmmpmd 2.286e+44 5.54  5.54  2.102e+40 0.0029    14686 
TS.triHPacyl.COelim.tpmtmtmppd 3.056e+44 5.71  5.71  2.099e+40 0.0029    14687 
TS.triHPacyl.COelim.tmtppppppd 2.491e+45 6.97  6.97  2.094e+40 0.00289   14688 
TS.triHPacyl.COelim.mtpppmpmpd 2.892e+43 4.32  4.32  2.076e+40 0.00287   14689 
TS.triHPacyl.COelim.tpptmmpmpd 5.810e+44 6.11  6.11  2.063e+40 0.00285   14690 
TS.triHPacyl.COelim.tmttmmpppd 1.246e+45 6.56  6.56  2.062e+40 0.00285   14691 
TS.triHPacyl.COelim.mmpmpmpppd 2.967e+44 5.71  5.71  2.043e+40 0.00282   14692 
TS.triHPacyl.COelim.ppmtmppppd 1.771e+44 5.41  5.41  2.038e+40 0.00281   14693 
TS.triHPacyl.COelim.tpmpmpppmd 1.728e+44 5.39  5.39  2.037e+40 0.00281   14694 
TS.triHPacyl.COelim.pmptmttpmd 7.221e+44 6.25  6.25  2.030e+40 0.0028    14695 
TS.triHPacyl.COelim.mptpmmtpmd 5.409e+44 6.08  6.08  2.028e+40 0.0028    14696 
TS.triHPacyl.COelim.tmppmttmmd 2.218e+44 5.55  5.55  2.009e+40 0.00277   14697 
TS.triHPacyl.COelim.tptpptmmpd 1.182e+45 6.55  6.55  2.005e+40 0.00277   14698 
TS.triHPacyl.COelim.mpppmptppd 4.519e+44 5.98  5.98  2.004e+40 0.00277   14699 
TS.triHPacyl.COelim.tmptmtmmmd 2.586e+44 5.64  5.64  2.003e+40 0.00277   14700 
TS.triHPacyl.COelim.pmppmpppmd 2.402e+44 5.61  5.61  1.982e+40 0.00274   14701 
TS.triHPacyl.COelim.mmtmmpmpmd 4.329e+44 5.96  5.96  1.973e+40 0.00272   14702 
TS.triHPacyl.COelim.tpmppmpmpd 7.339e+43 4.91  4.91  1.950e+40 0.00269   14703 
TS.triHPacyl.COelim.ptmtmpmppd 2.634e+44 5.68  5.68  1.933e+40 0.00267   14704 
TS.triHPacyl.COelim.pppmpmmmmd 1.022e+44 5.11  5.11  1.927e+40 0.00266   14705 
TS.triHPacyl.COelim.mpppmmtppd 5.243e+44 6.09  6.09  1.925e+40 0.00266   14706 
TS.triHPacyl.COelim.pmttmmmppd 9.649e+44 6.46  6.46  1.914e+40 0.00264   14707 
TS.triHPacyl.COelim.pptmpmpmmd 1.106e+45 6.55  6.55  1.887e+40 0.00261   14708 
TS.triHPacyl.COelim.ppmtmmmmmd 8.422e+44 6.38  6.38  1.885e+40 0.0026    14709 
TS.triHPacyl.COelim.ptpmpppmpd 4.851e+43 4.69  4.69  1.864e+40 0.00257   14710 
TS.triHPacyl.COelim.mmmmmtmppd 7.115e+43 4.92  4.92  1.861e+40 0.00257   14711 
TS.triHPacyl.COelim.tmttpptppd 2.444e+45 7.03  7.03  1.860e+40 0.00257   14712 
TS.triHPacyl.COelim.pptpmpmmpd 4.651e+44 6.04  6.04  1.842e+40 0.00254   14713 
TS.triHPacyl.COelim.mpppmptmmd 1.251e+45 6.64  6.64  1.831e+40 0.00253   14714 
TS.triHPacyl.COelim.pmmmpmpppd 1.553e+44 5.40  5.40  1.816e+40 0.00251   14715 
TS.triHPacyl.COelim.ptptmmmpmd 1.291e+44 5.29  5.29  1.805e+40 0.00249   14716 
TS.triHPacyl.COelim.ttmtmtpmpd 4.031e+44 5.98  5.98  1.788e+40 0.00247   14717 
TS.triHPacyl.COelim.tmttmtpppd 1.097e+45 6.57  6.57  1.786e+40 0.00247   14718 
TS.triHPacyl.COelim.mpmmmtmppd 3.684e+43 4.55  4.55  1.782e+40 0.00246   14719 
TS.triHPacyl.COelim.mtppmmpmmd 1.494e+44 5.41  5.41  1.711e+40 0.00236   14720 
TS.triHPacyl.COelim.tmptppmmpd 4.817e+44 6.11  6.11  1.709e+40 0.00236   14721 
TS.triHPacyl.COelim.pmtmmtpmmd 1.493e+44 5.41  5.41  1.699e+40 0.00235   14722 
TS.triHPacyl.COelim.tmtmpmpppd 1.265e+45 6.69  6.69  1.684e+40 0.00232   14723 
TS.triHPacyl.COelim.pttpppmmmd 2.849e+43 4.44  4.44  1.661e+40 0.00229   14724 
TS.triHPacyl.COelim.pmmmmtmppd 5.433e+43 4.82  4.82  1.661e+40 0.00229   14725 
TS.triHPacyl.COelim.pmmmpttpmd 2.887e+44 5.82  5.82  1.658e+40 0.00229   14726 
TS.triHPacyl.COelim.pmmmmmmmpd 7.491e+43 5.02  5.02  1.657e+40 0.00229   14727 
TS.triHPacyl.COelim.tmmmppmmpd 4.129e+44 6.04  6.04  1.655e+40 0.00229   14728 
TS.triHPacyl.COelim.mmtmmtmpmd 3.697e+44 5.97  5.97  1.653e+40 0.00228   14729 
TS.triHPacyl.COelim.tmttmmppmd 1.543e+45 6.82  6.82  1.649e+40 0.00228   14730 
TS.triHPacyl.COelim.tttmmttmpd 1.759e+44 5.53  5.53  1.648e+40 0.00227   14731 
TS.triHPacyl.COelim.ttppmppmmd 9.192e+43 5.14  5.14  1.647e+40 0.00227   14732 
TS.triHPacyl.COelim.pmptmtmmpd 1.227e+44 5.32  5.32  1.638e+40 0.00226   14733 
TS.triHPacyl.COelim.tttmmmtmpd 2.141e+44 5.65  5.65  1.636e+40 0.00226   14734 
TS.triHPacyl.COelim.ttppmtmmmd 1.918e+43 4.21  4.21  1.634e+40 0.00226   14735 
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TS.triHPacyl.COelim.mppmmmpmmd 2.780e+44 5.81  5.81  1.632e+40 0.00225   14736 
TS.triHPacyl.COelim.pmtppppppd 9.343e+44 6.53  6.53  1.625e+40 0.00224   14737 
TS.triHPacyl.COelim.pptppttmpd 1.371e+45 6.77  6.77  1.616e+40 0.00223   14738 
TS.triHPacyl.COelim.tttpmttppd 1.449e+44 5.43  5.43  1.596e+40 0.0022    14739 
TS.triHPacyl.COelim.mmpmptpppd 2.824e+44 5.84  5.84  1.566e+40 0.00216   14740 
TS.triHPacyl.COelim.tttpmmtppd 1.605e+44 5.51  5.51  1.564e+40 0.00216   14741 
TS.triHPacyl.COelim.pmtmpttmpd 5.465e+44 6.24  6.24  1.563e+40 0.00216   14742 
TS.triHPacyl.COelim.tmmpmtmmpd 2.040e+44 5.65  5.65  1.552e+40 0.00214   14743 
TS.triHPacyl.COelim.mpmmpptmmd 4.201e+44 6.09  6.09  1.549e+40 0.00214   14744 
TS.triHPacyl.COelim.pttmmppmmd 3.368e+44 5.96  5.96  1.542e+40 0.00213   14745 
TS.triHPacyl.COelim.ptpppptppd 6.782e+43 5.00  5.00  1.539e+40 0.00213   14746 
TS.triHPacyl.COelim.ppmtmmmppd 6.635e+44 6.36  6.36  1.537e+40 0.00212   14747 
TS.triHPacyl.COelim.pmmmppmmmd 2.004e+44 5.65  5.65  1.533e+40 0.00212   14748 
TS.triHPacyl.COelim.mmtpmmtppd 9.828e+44 6.60  6.60  1.517e+40 0.00209   14749 
TS.triHPacyl.COelim.ppmtmpmppd 4.422e+44 6.13  6.13  1.515e+40 0.00209   14750 
TS.triHPacyl.COelim.ptptptpmmd 1.868e+44 5.62  5.62  1.512e+40 0.00209   14751 
TS.triHPacyl.COelim.pppmmmpppd 9.845e+43 5.24  5.24  1.504e+40 0.00208   14752 
TS.triHPacyl.COelim.tpttmmpmpd 5.586e+44 6.28  6.28  1.492e+40 0.00206   14753 
TS.triHPacyl.COelim.mptpmptpmd 3.689e+44 6.03  6.03  1.491e+40 0.00206   14754 
TS.triHPacyl.COelim.ppptppppmd 5.770e+44 6.30  6.30  1.488e+40 0.00205   14755 
TS.triHPacyl.COelim.pmttpmtpmd 4.825e+44 6.20  6.20  1.477e+40 0.00204   14756 
TS.triHPacyl.COelim.ppmtmmpppd 3.653e+44 6.04  6.04  1.464e+40 0.00202   14757 
TS.triHPacyl.COelim.mmtmpmmppd 3.557e+44 6.03  6.03  1.450e+40 0.002     14758 
TS.triHPacyl.COelim.tmpmmttppd 2.249e+44 5.75  5.75  1.446e+40 0.002     14759 
TS.triHPacyl.COelim.mmpppmpmmd 3.468e+43 4.65  4.65  1.432e+40 0.00198   14760 
TS.triHPacyl.COelim.tmttmtppmd 1.408e+45 6.86  6.86  1.427e+40 0.00197   14761 
TS.triHPacyl.COelim.tpmpmmmppd 1.052e+44 5.31  5.31  1.424e+40 0.00197   14762 
TS.triHPacyl.COelim.mmtmmmtpmd 9.833e+44 6.64  6.64  1.422e+40 0.00196   14763 
TS.triHPacyl.COelim.mpmmpmtmmd 8.480e+44 6.56  6.56  1.418e+40 0.00196   14764 
TS.triHPacyl.COelim.pmmmpppmpd 3.267e+43 4.63  4.63  1.391e+40 0.00192   14765 
TS.triHPacyl.COelim.mmttpmmmpd 7.924e+44 6.53  6.53  1.382e+40 0.00191   14766 
TS.triHPacyl.COelim.ttmmmmtppd 1.409e+45 6.88  6.88  1.380e+40 0.00191   14767 
TS.triHPacyl.COelim.mtmmmmpmmd 2.533e+45 7.23  7.23  1.376e+40 0.0019    14768 
TS.triHPacyl.COelim.pptpppmpmd 3.266e+44 6.02  6.02  1.354e+40 0.00187   14769 
TS.triHPacyl.COelim.tptpppppmd 7.996e+44 6.55  6.55  1.346e+40 0.00186   14770 
TS.triHPacyl.COelim.ttpmmmtmpd 1.105e+44 5.37  5.37  1.342e+40 0.00185   14771 
TS.triHPacyl.COelim.pppmppppmd 3.386e+44 6.05  6.05  1.336e+40 0.00184   14772 
TS.triHPacyl.COelim.ppmmptpmmd 1.668e+44 5.62  5.62  1.334e+40 0.00184   14773 
TS.triHPacyl.COelim.tmmtmttppd 9.779e+44 6.68  6.68  1.332e+40 0.00184   14774 
TS.triHPacyl.COelim.ppmtmpmmpd 3.320e+44 6.04  6.04  1.321e+40 0.00182   14775 
TS.triHPacyl.COelim.pttmpptpmd 1.080e+44 5.37  5.37  1.314e+40 0.00181   14776 
TS.triHPacyl.COelim.pmmmpmtmpd 2.440e+44 5.86  5.86  1.313e+40 0.00181   14777 
TS.triHPacyl.COelim.pttmmmtpmd 2.871e+44 5.96  5.96  1.306e+40 0.0018    14778 
TS.triHPacyl.COelim.tmmpmtpmmd 5.677e+44 6.37  6.37  1.304e+40 0.0018    14779 
TS.triHPacyl.COelim.ppmtmmppmd 5.199e+44 6.32  6.32  1.303e+40 0.0018    14780 
TS.triHPacyl.COelim.pmtpmmpmpd 3.708e+44 6.12  6.12  1.286e+40 0.00178   14781 
TS.triHPacyl.COelim.pmmmptpmmd 3.907e+44 6.15  6.15  1.286e+40 0.00178   14782 
TS.triHPacyl.COelim.tmmpmtppmd 4.665e+44 6.26  6.26  1.275e+40 0.00176   14783 
TS.triHPacyl.COelim.tttmppmppd 1.450e+44 5.57  5.57  1.273e+40 0.00176   14784 
TS.triHPacyl.COelim.pttppmmppd 3.854e+44 6.16  6.16  1.265e+40 0.00175   14785 
TS.triHPacyl.COelim.tpptmmmmpd 2.297e+45 7.23  7.23  1.237e+40 0.00171   14786 
TS.triHPacyl.COelim.tttmmmmmmd 8.290e+43 5.25  5.25  1.234e+40 0.0017    14787 
TS.triHPacyl.COelim.tpppmmmmpd 3.442e+44 6.10  6.10  1.232e+40 0.0017    14788 
TS.triHPacyl.COelim.mmptpptppd 5.773e+44 6.42  6.42  1.220e+40 0.00169   14789 
TS.triHPacyl.COelim.ttttmmpmmd 7.297e+45 7.94  7.94  1.209e+40 0.00167   14790 
TS.triHPacyl.COelim.pttpmtmmmd 7.034e+43 5.17  5.17  1.205e+40 0.00166   14791 
TS.triHPacyl.COelim.tmmmptpppd 3.870e+44 6.19  6.19  1.199e+40 0.00165   14792 
TS.triHPacyl.COelim.ttmtmtmppd 4.026e+44 6.22  6.22  1.188e+40 0.00164   14793 
TS.triHPacyl.COelim.tttmmtmmmd 6.343e+43 5.12  5.12  1.187e+40 0.00164   14794 
TS.triHPacyl.COelim.pmttpttppd 4.704e+44 6.32  6.32  1.179e+40 0.00163   14795 
TS.triHPacyl.COelim.pptpmtmpmd 2.203e+44 5.87  5.87  1.174e+40 0.00162   14796 
TS.triHPacyl.COelim.mmmmmtmpmd 3.101e+44 6.07  6.07  1.166e+40 0.00161   14797 
TS.triHPacyl.COelim.ptmmpttpmd 7.205e+44 6.58  6.58  1.158e+40 0.0016    14798 
TS.triHPacyl.COelim.ppmpmmmmpd 9.047e+43 5.35  5.35  1.141e+40 0.00158   14799 
TS.triHPacyl.COelim.pmmmpttmmd 2.108e+44 5.86  5.86  1.139e+40 0.00157   14800 
TS.triHPacyl.COelim.ttppmttppd 8.828e+43 5.34  5.34  1.135e+40 0.00157   14801 
TS.triHPacyl.COelim.tpptmttpmd 1.630e+45 7.08  7.08  1.131e+40 0.00156   14802 
TS.triHPacyl.COelim.ttmmmmmmpd 1.017e+45 6.80  6.80  1.126e+40 0.00156   14803 
TS.triHPacyl.COelim.tmptpmmmmd 1.301e+45 6.95  6.95  1.123e+40 0.00155   14804 
TS.triHPacyl.COelim.ppttptmpmd 2.169e+44 5.88  5.88  1.120e+40 0.00155   14805 
TS.triHPacyl.COelim.tppmmttmmd 4.960e+44 6.39  6.39  1.107e+40 0.00153   14806 
TS.triHPacyl.COelim.tppmmttmpd 6.051e+44 6.51  6.51  1.104e+40 0.00152   14807 
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TS.triHPacyl.COelim.ttppmtppmd 4.082e+43 4.90  4.90  1.100e+40 0.00152   14808 
TS.triHPacyl.COelim.mmpppttpmd 5.449e+43 5.07  5.07  1.095e+40 0.00151   14809 
TS.triHPacyl.COelim.ppmtmpppmd 1.894e+44 5.82  5.82  1.087e+40 0.0015    14810 
TS.triHPacyl.COelim.tttmmttpmd 1.377e+44 5.64  5.64  1.079e+40 0.00149   14811 
TS.triHPacyl.COelim.pmtmmmpppd 2.813e+44 6.07  6.07  1.073e+40 0.00148   14812 
TS.triHPacyl.COelim.tmpmmmmppd 6.083e+43 5.15  5.15  1.072e+40 0.00148   14813 
TS.triHPacyl.COelim.mtpppmppmd 9.095e+43 5.40  5.40  1.067e+40 0.00147   14814 
TS.triHPacyl.COelim.ttmmptpmmd 9.557e+44 6.80  6.80  1.065e+40 0.00147   14815 
TS.triHPacyl.COelim.pmttptmppd 4.071e+44 6.29  6.29  1.061e+40 0.00146   14816 
TS.triHPacyl.COelim.pmttppmmpd 2.772e+45 7.44  7.44  1.061e+40 0.00146   14817 
TS.triHPacyl.COelim.mmpppmpmpd 5.290e+43 5.08  5.08  1.054e+40 0.00146   14818 
TS.triHPacyl.COelim.ptmtptmppd 2.564e+44 6.02  6.02  1.050e+40 0.00145   14819 
TS.triHPacyl.COelim.pttpptmpmd 5.206e+43 5.08  5.08  1.045e+40 0.00144   14820 
TS.triHPacyl.COelim.ppmtmpmmmd 4.029e+44 6.30  6.30  1.041e+40 0.00144   14821 
TS.triHPacyl.COelim.mmtmmtmppd 6.809e+44 6.61  6.61  1.040e+40 0.00144   14822 
TS.triHPacyl.COelim.ttmtmtmpmd 5.879e+43 5.15  5.15  1.037e+40 0.00143   14823 
TS.triHPacyl.COelim.tmpmmmtppd 2.565e+44 6.03  6.03  1.035e+40 0.00143   14824 
TS.triHPacyl.COelim.pmppptpmmd 4.791e+43 5.04  5.04  1.021e+40 0.00141   14825 
TS.triHPacyl.COelim.tttpptmppd 8.502e+44 6.76  6.76  1.015e+40 0.0014    14826 
TS.triHPacyl.COelim.tptmpmpppd 3.674e+44 6.26  6.26  1.008e+40 0.00139   14827 
TS.triHPacyl.COelim.tpmmpmpmmd 3.605e+44 6.25  6.25  1.006e+40 0.00139   14828 
TS.triHPacyl.COelim.ttmmpppmmd 4.553e+44 6.39  6.39  1.006e+40 0.00139   14829 
TS.triHPacyl.COelim.pmtppttmmd 2.191e+44 5.96  5.96  9.980e+39 0.00138   14830 
TS.triHPacyl.COelim.mpmmpmmppd 2.603e+43 4.69  4.69  9.912e+39 0.00137   14831 
TS.triHPacyl.COelim.tpptmttmmd 7.382e+44 6.69  6.69  9.909e+39 0.00137   14832 
TS.triHPacyl.COelim.tmmtmmtpmd 9.967e+44 6.87  6.87  9.844e+39 0.00136   14833 
TS.triHPacyl.COelim.ttpppppmmd 1.031e+44 5.52  5.52  9.824e+39 0.00136   14834 
TS.triHPacyl.COelim.ttpmmttppd 2.202e+43 4.61  4.61  9.689e+39 0.00134   14835 
TS.triHPacyl.COelim.pttmptmmpd 3.836e+43 4.95  4.95  9.566e+39 0.00132   14836 
TS.triHPacyl.COelim.pttpmttpmd 7.402e+43 5.34  5.34  9.526e+39 0.00132   14837 
TS.triHPacyl.COelim.mmmpptmmmd 7.784e+43 5.37  5.37  9.510e+39 0.00131   14838 
TS.triHPacyl.COelim.ttmtmmpmmd 5.798e+44 6.57  6.57  9.508e+39 0.00131   14839 
TS.triHPacyl.COelim.ttttmmmppd 2.678e+44 6.11  6.11  9.454e+39 0.00131   14840 
TS.triHPacyl.COelim.mptmmmmmmd 7.393e+44 6.72  6.72  9.453e+39 0.00131   14841 
TS.triHPacyl.COelim.ptpmmtmppd 2.045e+43 4.58  4.58  9.423e+39 0.0013    14842 
TS.triHPacyl.COelim.pttmmmpmpd 3.200e+44 6.22  6.22  9.395e+39 0.0013    14843 
TS.triHPacyl.COelim.pmttmmmpmd 7.021e+44 6.69  6.69  9.331e+39 0.00129   14844 
TS.triHPacyl.COelim.pmptmmtmmd 5.276e+44 6.53  6.53  9.290e+39 0.00128   14845 
TS.triHPacyl.COelim.tptmmppmmd 9.827e+44 6.90  6.90  9.276e+39 0.00128   14846 
TS.triHPacyl.COelim.tpppmtpppd 5.320e+44 6.53  6.53  9.268e+39 0.00128   14847 
TS.triHPacyl.COelim.tpmtmmpmpd 3.749e+44 6.32  6.32  9.258e+39 0.00128   14848 
TS.triHPacyl.COelim.mtpmppmmpd 3.153e+43 4.85  4.85  9.232e+39 0.00127   14849 
TS.triHPacyl.COelim.tppmmtpmmd 4.704e+44 6.46  6.46  9.230e+39 0.00127   14850 
TS.triHPacyl.COelim.pttpppmpmd 4.944e+43 5.12  5.12  9.205e+39 0.00127   14851 
TS.triHPacyl.COelim.mmpppmppmd 6.705e+43 5.30  5.30  9.163e+39 0.00127   14852 
TS.triHPacyl.COelim.ttmtmtpmmd 4.868e+44 6.49  6.49  9.126e+39 0.00126   14853 
TS.triHPacyl.COelim.tmmmppmpmd 1.585e+45 7.20  7.20  9.069e+39 0.00125   14854 
TS.triHPacyl.COelim.tttmmmtpmd 1.508e+44 5.79  5.79  9.064e+39 0.00125   14855 
TS.triHPacyl.COelim.tmmpmttppd 4.049e+44 6.38  6.38  9.061e+39 0.00125   14856 
TS.triHPacyl.COelim.ttpmpppmpd 1.723e+44 5.88  5.88  9.006e+39 0.00124   14857 
TS.triHPacyl.COelim.ppptptmpmd 1.314e+44 5.72  5.72  9.005e+39 0.00124   14858 
TS.triHPacyl.COelim.ppmtpmpmpd 5.207e+44 6.54  6.54  8.942e+39 0.00123   14859 
TS.triHPacyl.COelim.tmttmtpmpd 2.059e+45 7.36  7.36  8.939e+39 0.00123   14860 
TS.triHPacyl.COelim.mmtpmptppd 1.105e+45 6.99  6.99  8.911e+39 0.00123   14861 
TS.triHPacyl.COelim.tmmpmttmpd 2.923e+44 6.20  6.20  8.887e+39 0.00123   14862 
TS.triHPacyl.COelim.ptpmppmmpd 1.286e+43 4.34  4.34  8.868e+39 0.00122   14863 
TS.triHPacyl.COelim.tmmppmmmmd 1.222e+44 5.69  5.69  8.818e+39 0.00122   14864 
TS.triHPacyl.COelim.ptpmmmmmpd 1.823e+43 4.56  4.56  8.745e+39 0.00121   14865 
TS.triHPacyl.COelim.tmmtmttpmd 6.725e+44 6.71  6.71  8.724e+39 0.0012    14866 
TS.triHPacyl.COelim.pttmmmmmmd 8.770e+43 5.49  5.49  8.719e+39 0.0012    14867 
TS.triHPacyl.COelim.tmmpmmmmpd 3.122e+44 6.25  6.25  8.718e+39 0.0012    14868 
TS.triHPacyl.COelim.pmtmpptmpd 4.699e+44 6.50  6.50  8.689e+39 0.0012    14869 
TS.triHPacyl.COelim.ptpppmmmmd 1.834e+43 4.57  4.57  8.554e+39 0.00118   14870 
TS.triHPacyl.COelim.pmttptmmmd 3.307e+44 6.30  6.30  8.539e+39 0.00118   14871 
TS.triHPacyl.COelim.tpppptmmpd 1.891e+45 7.34  7.34  8.483e+39 0.00117   14872 
TS.triHPacyl.COelim.pmttmtmmmd 8.397e+44 6.86  6.86  8.460e+39 0.00117   14873 
TS.triHPacyl.COelim.ppmpmpmmpd 3.674e+44 6.37  6.37  8.411e+39 0.00116   14874 
TS.triHPacyl.COelim.tpppmmtmpd 7.530e+44 6.81  6.81  8.269e+39 0.00114   14875 
TS.triHPacyl.COelim.mtmmpppmmd 1.222e+44 5.72  5.72  8.258e+39 0.00114   14876 
TS.triHPacyl.COelim.mmtmptmppd 5.115e+44 6.58  6.58  8.248e+39 0.00114   14877 
TS.triHPacyl.COelim.pmptmtmpmd 4.601e+44 6.53  6.53  8.103e+39 0.00112   14878 
TS.triHPacyl.COelim.tpttmmmppd 1.860e+44 5.99  5.99  8.082e+39 0.00112   14879 
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TS.triHPacyl.COelim.tpmpmmpmpd 1.422e+44 5.83  5.83  8.059e+39 0.00111   14880 
TS.triHPacyl.COelim.ttmtptmppd 3.215e+45 7.69  7.69  8.027e+39 0.00111   14881 
TS.triHPacyl.COelim.pttpptmmpd 9.818e+43 5.61  5.61  8.016e+39 0.00111   14882 
TS.triHPacyl.COelim.pppmpmmpmd 7.388e+44 6.82  6.82  7.956e+39 0.0011    14883 
TS.triHPacyl.COelim.pttpptmppd 2.678e+44 6.22  6.22  7.909e+39 0.00109   14884 
TS.triHPacyl.COelim.ptpmptpmpd 7.045e+43 5.42  5.42  7.903e+39 0.00109   14885 
TS.triHPacyl.COelim.pmttpmtppd 5.317e+44 6.63  6.63  7.850e+39 0.00108   14886 
TS.triHPacyl.COelim.pptmptmpmd 1.677e+44 5.94  5.94  7.833e+39 0.00108   14887 
TS.triHPacyl.COelim.tmmtmmtppd 1.013e+45 7.02  7.02  7.804e+39 0.00108   14888 
TS.triHPacyl.COelim.tpttmmpmmd 6.201e+44 6.73  6.73  7.746e+39 0.00107   14889 
TS.triHPacyl.COelim.ppmmpttmmd 1.180e+45 7.11  7.11  7.746e+39 0.00107   14890 
TS.triHPacyl.COelim.tpptmmtpmd 2.014e+45 7.43  7.43  7.731e+39 0.00107   14891 
TS.triHPacyl.COelim.mmmppmmmmd 6.222e+43 5.36  5.36  7.707e+39 0.00106   14892 
TS.triHPacyl.COelim.mpmtpmtmpd 1.511e+45 7.28  7.28  7.557e+39 0.00104   14893 
TS.triHPacyl.COelim.tttppmmppd 6.413e+44 6.77  6.77  7.543e+39 0.00104   14894 
TS.triHPacyl.COelim.tpmmpppppd 2.838e+44 6.29  6.29  7.419e+39 0.00102   14895 
TS.triHPacyl.COelim.mmttptmmpd 1.014e+45 7.05  7.05  7.413e+39 0.00102   14896 
TS.triHPacyl.COelim.tppmpmpmmd 1.875e+44 6.05  6.05  7.371e+39 0.00102   14897 
TS.triHPacyl.COelim.mttmpppmpd 5.641e+43 5.33  5.33  7.366e+39 0.00102   14898 
TS.triHPacyl.COelim.tmtpmttmpd 9.101e+44 6.99  6.99  7.366e+39 0.00102   14899 
TS.triHPacyl.COelim.pmptmmtppd 3.987e+44 6.50  6.50  7.363e+39 0.00102   14900 
TS.triHPacyl.COelim.mpppmmtmmd 8.723e+44 6.97  6.97  7.358e+39 0.00102   14901 
TS.triHPacyl.COelim.tmmtmmtmpd 1.048e+45 7.08  7.08  7.351e+39 0.00101   14902 
TS.triHPacyl.COelim.tppppmtmpd 2.022e+45 7.47  7.47  7.295e+39 0.00101   14903 
TS.triHPacyl.COelim.pmmtptmpmd 1.856e+44 6.05  6.05  7.278e+39 0.001     14904 
TS.triHPacyl.COelim.tmmtmttmpd 6.850e+44 6.83  6.83  7.241e+39 0.001     14905 
TS.triHPacyl.COelim.tpmpmtmppd 1.243e+44 5.81  5.81  7.238e+39 0.000999  14906 
TS.triHPacyl.COelim.ptptpttmmd 6.243e+44 6.78  6.78  7.231e+39 0.000998  14907 
TS.triHPacyl.COelim.tmttmmpmpd 1.554e+45 7.32  7.32  7.227e+39 0.000998  14908 
TS.triHPacyl.COelim.ppttppmpmd 2.583e+44 6.25  6.25  7.219e+39 0.000997  14909 
TS.triHPacyl.COelim.pptppptmpd 2.280e+45 7.55  7.55  7.212e+39 0.000996  14910 
TS.triHPacyl.COelim.ptttmtmppd 2.555e+44 6.25  6.25  7.211e+39 0.000996  14911 
TS.triHPacyl.COelim.pmppmppmmd 1.499e+44 5.93  5.93  7.134e+39 0.000985  14912 
TS.triHPacyl.COelim.pmtpmtpmpd 1.438e+44 5.91  5.91  7.103e+39 0.000981  14913 
TS.triHPacyl.COelim.tpptmtpmpd 6.162e+44 6.78  6.78  7.093e+39 0.000979  14914 
TS.triHPacyl.COelim.ppmppmpmpd 2.455e+44 6.23  6.23  7.081e+39 0.000978  14915 
TS.triHPacyl.COelim.ptmtpmmppd 2.132e+44 6.16  6.16  6.954e+39 0.00096   14916 
TS.triHPacyl.COelim.mptpmpmmmd 2.902e+44 6.35  6.35  6.915e+39 0.000955  14917 
TS.triHPacyl.COelim.tpptmmtmmd 1.544e+45 7.34  7.34  6.909e+39 0.000954  14918 
TS.triHPacyl.COelim.mmptpmmpmd 2.245e+44 6.20  6.20  6.874e+39 0.000949  14919 
TS.triHPacyl.COelim.tptmmmpmmd 5.689e+44 6.75  6.75  6.861e+39 0.000947  14920 
TS.triHPacyl.COelim.tppmpmtmmd 3.117e+44 6.40  6.40  6.818e+39 0.000941  14921 
TS.triHPacyl.COelim.tpttmtmppd 3.261e+44 6.43  6.43  6.800e+39 0.000939  14922 
TS.triHPacyl.COelim.mttppmmmmd 1.066e+44 5.76  5.76  6.789e+39 0.000937  14923 
TS.triHPacyl.COelim.pmtmmmtpmd 2.144e+44 6.18  6.18  6.747e+39 0.000932  14924 
TS.triHPacyl.COelim.pmtpptpmmd 9.956e+43 5.73  5.73  6.716e+39 0.000927  14925 
TS.triHPacyl.COelim.mtpppmmmmd 3.740e+43 5.15  5.15  6.647e+39 0.000918  14926 
TS.triHPacyl.COelim.pttmppmmpd 5.401e+43 5.37  5.37  6.594e+39 0.00091   14927 
TS.triHPacyl.COelim.tmptmmtppd 5.402e+44 6.75  6.75  6.580e+39 0.000908  14928 
TS.triHPacyl.COelim.ptmtpppmmd 3.375e+44 6.47  6.47  6.543e+39 0.000903  14929 
TS.triHPacyl.COelim.tpttpmtpmd 1.755e+45 7.46  7.46  6.507e+39 0.000898  14930 
TS.triHPacyl.COelim.mtmppppmmd 2.414e+43 4.90  4.90  6.458e+39 0.000892  14931 
TS.triHPacyl.COelim.tmmpmmtmmd 4.551e+44 6.66  6.66  6.453e+39 0.000891  14932 
TS.triHPacyl.COelim.tpmppttmmd 2.583e+44 6.32  6.32  6.430e+39 0.000888  14933 
TS.triHPacyl.COelim.pmpppptmmd 1.202e+44 5.86  5.86  6.421e+39 0.000887  14934 
TS.triHPacyl.COelim.mptmmmtpmd 1.063e+45 7.17  7.17  6.387e+39 0.000882  14935 
TS.triHPacyl.COelim.ttttmmpmpd 1.316e+45 7.29  7.29  6.385e+39 0.000882  14936 
TS.triHPacyl.COelim.pmpppttmmd 8.505e+43 5.66  5.66  6.374e+39 0.00088   14937 
TS.triHPacyl.COelim.ptppptmpmd 4.936e+43 5.34  5.34  6.336e+39 0.000875  14938 
TS.triHPacyl.COelim.ptpmpptmpd 5.053e+43 5.36  5.36  6.331e+39 0.000874  14939 
TS.triHPacyl.COelim.mpmmppmppd 5.902e+43 5.45  5.45  6.309e+39 0.000871  14940 
TS.triHPacyl.COelim.ttttmtmppd 2.648e+44 6.35  6.35  6.290e+39 0.000869  14941 
TS.triHPacyl.COelim.tptmmtpmmd 2.624e+45 7.72  7.72  6.270e+39 0.000866  14942 
TS.triHPacyl.COelim.mptmmpmmmd 4.542e+44 6.68  6.68  6.229e+39 0.00086   14943 
TS.triHPacyl.COelim.pmmmmtmmpd 5.312e+43 5.40  5.40  6.224e+39 0.000859  14944 
TS.triHPacyl.COelim.ptppppmpmd 2.560e+43 4.96  4.96  6.222e+39 0.000859  14945 
TS.triHPacyl.COelim.pmttppmppd 3.739e+44 6.56  6.56  6.198e+39 0.000856  14946 
TS.triHPacyl.COelim.mppppmmmpd 4.809e+45 8.09  8.09  6.191e+39 0.000855  14947 
TS.triHPacyl.COelim.tpptmttmpd 8.212e+44 7.03  7.03  6.188e+39 0.000854  14948 
TS.triHPacyl.COelim.mtpmpppmpd 3.225e+43 5.10  5.10  6.182e+39 0.000854  14949 
TS.triHPacyl.COelim.tmptmttppd 4.523e+44 6.69  6.69  6.088e+39 0.000841  14950 
TS.triHPacyl.COelim.mmppmtpmmd 4.618e+43 5.33  5.33  6.086e+39 0.00084   14951 
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TS.triHPacyl.COelim.tpmmpptppd 5.584e+44 6.81  6.81  6.081e+39 0.00084   14952 
TS.triHPacyl.COelim.mmtpmmmpmd 3.070e+44 6.46  6.46  6.070e+39 0.000838  14953 
TS.triHPacyl.COelim.tpttmtpmpd 1.298e+45 7.32  7.32  6.027e+39 0.000832  14954 
TS.triHPacyl.COelim.tpmmmtpmmd 3.121e+44 6.47  6.47  6.018e+39 0.000831  14955 
TS.triHPacyl.COelim.tmpmpttppd 5.136e+44 6.77  6.77  5.991e+39 0.000827  14956 
TS.triHPacyl.COelim.pmppptmppd 8.268e+43 5.68  5.68  5.974e+39 0.000825  14957 
TS.triHPacyl.COelim.tmtpmptmpd 7.998e+44 7.04  7.04  5.941e+39 0.00082   14958 
TS.triHPacyl.COelim.mmppptppmd 1.330e+44 5.98  5.98  5.896e+39 0.000814  14959 
TS.triHPacyl.COelim.pmmtptmmmd 1.130e+44 5.88  5.88  5.858e+39 0.000809  14960 
TS.triHPacyl.COelim.tppmmptpmd 3.295e+44 6.52  6.52  5.852e+39 0.000808  14961 
TS.triHPacyl.COelim.pmttmtmppd 6.004e+44 6.88  6.88  5.841e+39 0.000806  14962 
TS.triHPacyl.COelim.mttmmmpmpd 7.959e+44 7.05  7.05  5.823e+39 0.000804  14963 
TS.triHPacyl.COelim.pmtmptpppd 5.008e+44 6.77  6.77  5.813e+39 0.000803  14964 
TS.triHPacyl.COelim.tppppmpppd 8.077e+44 7.06  7.06  5.812e+39 0.000802  14965 
TS.triHPacyl.COelim.ttpmmmmppd 3.787e+43 5.24  5.24  5.759e+39 0.000795  14966 
TS.triHPacyl.COelim.tpppmmmmmd 6.278e+44 6.92  6.92  5.755e+39 0.000795  14967 
TS.triHPacyl.COelim.tptpmttmpd 4.441e+45 8.08  8.08  5.748e+39 0.000794  14968 
TS.triHPacyl.COelim.mtppmpmpmd 2.858e+44 6.45  6.45  5.744e+39 0.000793  14969 
TS.triHPacyl.COelim.mtmtpmmpmd 5.460e+44 6.83  6.83  5.736e+39 0.000792  14970 
TS.triHPacyl.COelim.mmptpmtpmd 3.669e+44 6.60  6.60  5.734e+39 0.000792  14971 
TS.triHPacyl.COelim.tttmmmtppd 2.281e+44 6.31  6.31  5.728e+39 0.000791  14972 
TS.triHPacyl.COelim.tmtpmtpmmd 1.271e+44 5.97  5.97  5.726e+39 0.000791  14973 
TS.triHPacyl.COelim.ppmmpttpmd 1.050e+45 7.23  7.23  5.714e+39 0.000789  14974 
TS.triHPacyl.COelim.tpttpmmmmd 1.676e+45 7.51  7.51  5.697e+39 0.000787  14975 
TS.triHPacyl.COelim.pmppptmmmd 4.031e+43 5.29  5.29  5.652e+39 0.00078   14976 
TS.triHPacyl.COelim.tmmtmmtmmd 7.630e+44 7.04  7.04  5.631e+39 0.000777  14977 
TS.triHPacyl.COelim.mttpppmpmd 1.693e+44 6.15  6.15  5.606e+39 0.000774  14978 
TS.triHPacyl.COelim.pmptmttmmd 4.168e+44 6.69  6.69  5.549e+39 0.000766  14979 
TS.triHPacyl.COelim.tpptmtppmd 1.119e+45 7.29  7.29  5.475e+39 0.000756  14980 
TS.triHPacyl.COelim.pmmppmmpmd 2.175e+43 4.94  4.94  5.465e+39 0.000755  14981 
TS.triHPacyl.COelim.tmpmpmtppd 5.448e+44 6.86  6.86  5.442e+39 0.000751  14982 
TS.triHPacyl.COelim.tpmppptmpd 6.295e+43 5.58  5.58  5.424e+39 0.000749  14983 
TS.triHPacyl.COelim.ttmtmmtmpd 8.087e+44 7.11  7.11  5.394e+39 0.000745  14984 
TS.triHPacyl.COelim.tppmmtpppd 1.416e+44 6.07  6.07  5.381e+39 0.000743  14985 
TS.triHPacyl.COelim.mtmmmmmpmd 5.472e+44 6.88  6.88  5.353e+39 0.000739  14986 
TS.triHPacyl.COelim.ptmtmpmpmd 1.769e+44 6.22  6.22  5.213e+39 0.00072   14987 
TS.triHPacyl.COelim.mttmptmmpd 9.423e+43 5.84  5.84  5.211e+39 0.00072   14988 
TS.triHPacyl.COelim.ptttpttpmd 2.063e+44 6.31  6.31  5.198e+39 0.000718  14989 
TS.triHPacyl.COelim.pttpmmmmpd 1.765e+44 6.22  6.22  5.173e+39 0.000714  14990 
TS.triHPacyl.COelim.mmtpmtmppd 4.024e+45 8.09  8.09  5.170e+39 0.000714  14991 
TS.triHPacyl.COelim.tpmmmmtmmd 4.301e+45 8.13  8.13  5.155e+39 0.000712  14992 
TS.triHPacyl.COelim.tpttmtppmd 1.609e+45 7.55  7.55  5.131e+39 0.000708  14993 
TS.triHPacyl.COelim.tmmtmttmmd 5.200e+44 6.87  6.87  5.105e+39 0.000705  14994 
TS.triHPacyl.COelim.pttpmptppd 2.104e+44 6.34  6.34  5.079e+39 0.000701  14995 
TS.triHPacyl.COelim.pmmtptmmpd 6.468e+44 7.01  7.01  5.077e+39 0.000701  14996 
TS.triHPacyl.COelim.pmtppppmmd 9.431e+43 5.86  5.86  5.074e+39 0.000701  14997 
TS.triHPacyl.COelim.tptppmppmd 1.680e+45 7.58  7.58  5.036e+39 0.000695  14998 
TS.triHPacyl.COelim.tpptmmtmpd 1.785e+45 7.63  7.63  4.926e+39 0.00068   14999 
TS.triHPacyl.COelim.tttpmmmmpd 1.215e+44 6.03  6.03  4.918e+39 0.000679  15000 
TS.triHPacyl.COelim.tttpmtmmpd 9.636e+43 5.90  5.90  4.891e+39 0.000675  15001 
TS.triHPacyl.COelim.tttmmtmpmd 2.256e+44 6.40  6.40  4.883e+39 0.000674  15002 
TS.triHPacyl.COelim.pmmtmmpmmd 1.176e+44 6.02  6.02  4.880e+39 0.000674  15003 
TS.triHPacyl.COelim.ppptptmppd 2.936e+44 6.56  6.56  4.871e+39 0.000673  15004 
TS.triHPacyl.COelim.pmttmmtpmd 4.843e+44 6.86  6.86  4.856e+39 0.00067   15005 
TS.triHPacyl.COelim.pmmpmtmpmd 3.574e+43 5.31  5.31  4.826e+39 0.000666  15006 
TS.triHPacyl.COelim.ptpmptmmpd 1.200e+43 4.66  4.66  4.799e+39 0.000663  15007 
TS.triHPacyl.COelim.ptppptpmpd 3.840e+43 5.36  5.36  4.794e+39 0.000662  15008 
TS.triHPacyl.COelim.tttmmmmpmd 1.739e+44 6.26  6.26  4.783e+39 0.00066   15009 
TS.triHPacyl.COelim.ttptmmmpmd 4.615e+44 6.84  6.84  4.781e+39 0.00066   15010 
TS.triHPacyl.COelim.tmpmmmpmpd 6.063e+43 5.63  5.63  4.780e+39 0.00066   15011 
TS.triHPacyl.COelim.tmpmmtpmpd 4.340e+43 5.44  5.44  4.762e+39 0.000658  15012 
TS.triHPacyl.COelim.mptmmtpmmd 2.203e+45 7.78  7.78  4.759e+39 0.000657  15013 
TS.triHPacyl.COelim.ppptppmpmd 1.457e+44 6.17  6.17  4.668e+39 0.000645  15014 
TS.triHPacyl.COelim.tpppptpmpd 3.193e+44 6.65  6.65  4.586e+39 0.000633  15015 
TS.triHPacyl.COelim.mmttpmtpmd 1.297e+45 7.48  7.48  4.581e+39 0.000633  15016 
TS.triHPacyl.COelim.pttmmtmmmd 7.526e+43 5.79  5.79  4.567e+39 0.000631  15017 
TS.triHPacyl.COelim.pmtppmtmmd 2.240e+44 6.44  6.44  4.551e+39 0.000628  15018 
TS.triHPacyl.COelim.tpptpmpmmd 1.943e+45 7.73  7.73  4.517e+39 0.000624  15019 
TS.triHPacyl.COelim.pmppppmmmd 7.197e+43 5.77  5.77  4.511e+39 0.000623  15020 
TS.triHPacyl.COelim.tpmppmtmpd 2.105e+44 6.41  6.41  4.504e+39 0.000622  15021 
TS.triHPacyl.COelim.mtppmmmpmd 1.144e+44 6.05  6.05  4.480e+39 0.000619  15022 
TS.triHPacyl.COelim.ppmmpptmmd 1.493e+45 7.58  7.58  4.477e+39 0.000618  15023 



222 
 

TS.triHPacyl.COelim.tmttpmpppd 4.706e+45 8.27  8.27  4.474e+39 0.000618  15024 
TS.triHPacyl.COelim.ppttpttmmd 3.136e+45 8.03  8.03  4.470e+39 0.000617  15025 
TS.triHPacyl.COelim.mttmpmmmmd 1.377e+44 6.16  6.16  4.465e+39 0.000617  15026 
TS.triHPacyl.COelim.tpptpmtmmd 3.156e+45 8.03  8.03  4.462e+39 0.000616  15027 
TS.triHPacyl.COelim.mptmmptpmd 7.998e+44 7.21  7.21  4.452e+39 0.000615  15028 
TS.triHPacyl.COelim.pmmmmmpmmd 1.098e+44 6.03  6.03  4.433e+39 0.000612  15029 
TS.triHPacyl.COelim.tptpmmtmpd 4.434e+45 8.24  8.24  4.392e+39 0.000606  15030 
TS.triHPacyl.COelim.ppmpmtmmpd 4.625e+44 6.90  6.90  4.335e+39 0.000599  15031 
TS.triHPacyl.COelim.tppmmmtmmd 6.255e+44 7.08  7.08  4.332e+39 0.000598  15032 
TS.triHPacyl.COelim.tppppmpmpd 4.102e+44 6.83  6.83  4.316e+39 0.000596  15033 
TS.triHPacyl.COelim.ptmmpptpmd 3.838e+44 6.80  6.80  4.303e+39 0.000594  15034 
TS.triHPacyl.COelim.ptptpmmpmd 3.452e+44 6.73  6.73  4.297e+39 0.000593  15035 
TS.triHPacyl.COelim.mtmtpttmmd 5.680e+44 7.03  7.03  4.273e+39 0.00059   15036 
TS.triHPacyl.COelim.mmptpptpmd 7.293e+44 7.18  7.18  4.269e+39 0.000589  15037 
TS.triHPacyl.COelim.mtttpmmppd 2.887e+44 6.63  6.63  4.260e+39 0.000588  15038 
TS.triHPacyl.COelim.pttpmmppmd 8.418e+44 7.27  7.27  4.244e+39 0.000586  15039 
TS.triHPacyl.COelim.mmppptpmmd 3.128e+43 5.31  5.31  4.243e+39 0.000586  15040 
TS.triHPacyl.COelim.ppptppmmmd 3.484e+44 6.75  6.75  4.224e+39 0.000583  15041 
TS.triHPacyl.COelim.tppmpptmmd 1.270e+44 6.15  6.15  4.202e+39 0.00058   15042 
TS.triHPacyl.COelim.tpptmtmmpd 3.978e+44 6.83  6.83  4.199e+39 0.00058   15043 
TS.triHPacyl.COelim.mtptpptmmd 2.429e+44 6.54  6.54  4.199e+39 0.00058   15044 
TS.triHPacyl.COelim.mptpmmtppd 1.200e+45 7.49  7.49  4.198e+39 0.00058   15045 
TS.triHPacyl.COelim.mttppmpppd 2.243e+45 7.87  7.87  4.168e+39 0.000575  15046 
TS.triHPacyl.COelim.ttptmtpmmd 4.685e+44 6.93  6.93  4.167e+39 0.000575  15047 
TS.triHPacyl.COelim.pmtppppmpd 3.818e+44 6.81  6.81  4.160e+39 0.000574  15048 
TS.triHPacyl.COelim.ttptpmpmmd 3.643e+44 6.79  6.79  4.149e+39 0.000573  15049 
TS.triHPacyl.COelim.tmmpmmtmpd 3.384e+44 6.74  6.74  4.142e+39 0.000572  15050 
TS.triHPacyl.COelim.mmptpmtmmd 1.006e+45 7.39  7.39  4.127e+39 0.00057   15051 
TS.triHPacyl.COelim.mtmppmmppd 5.878e+43 5.70  5.70  4.127e+39 0.00057   15052 
TS.triHPacyl.COelim.ptmmpptppd 5.744e+44 7.06  7.06  4.125e+39 0.00057   15053 
TS.triHPacyl.COelim.tmmpmmtpmd 1.759e+44 6.36  6.36  4.083e+39 0.000564  15054 
TS.triHPacyl.COelim.tptppmpppd 1.150e+45 7.49  7.49  4.044e+39 0.000558  15055 
TS.triHPacyl.COelim.tpttmtpppd 9.765e+44 7.39  7.39  4.029e+39 0.000556  15056 
TS.triHPacyl.COelim.tmpmmtmpmd 8.705e+43 5.95  5.95  4.003e+39 0.000553  15057 
TS.triHPacyl.COelim.tmmmmppmmd 1.918e+44 6.43  6.43  3.994e+39 0.000551  15058 
TS.triHPacyl.COelim.ptpppppmmd 4.368e+43 5.56  5.56  3.915e+39 0.000541  15059 
TS.triHPacyl.COelim.tpmmmptmmd 4.020e+45 8.25  8.25  3.905e+39 0.000539  15060 
TS.triHPacyl.COelim.pmmpppmpmd 6.299e+43 5.78  5.78  3.875e+39 0.000535  15061 
TS.triHPacyl.COelim.mptpmptmmd 4.560e+44 6.96  6.96  3.851e+39 0.000532  15062 
TS.triHPacyl.COelim.ttppmmtppd 8.755e+43 5.98  5.98  3.851e+39 0.000532  15063 
TS.triHPacyl.COelim.tmttpmppmd 4.781e+45 8.37  8.37  3.840e+39 0.00053   15064 
TS.triHPacyl.COelim.mtmtptmpmd 5.333e+43 5.69  5.69  3.834e+39 0.000529  15065 
TS.triHPacyl.COelim.tpttmtpmmd 1.472e+45 7.67  7.67  3.816e+39 0.000527  15066 
TS.triHPacyl.COelim.tppmmmmppd 3.011e+43 5.35  5.35  3.809e+39 0.000526  15067 
TS.triHPacyl.COelim.ptmmmmtpmd 1.010e+45 7.45  7.45  3.767e+39 0.00052   15068 
TS.triHPacyl.COelim.mttpptpmpd 1.372e+45 7.64  7.64  3.758e+39 0.000519  15069 
TS.triHPacyl.COelim.mptmmmtmpd 1.700e+45 7.76  7.76  3.758e+39 0.000519  15070 
TS.triHPacyl.COelim.pptmpttmmd 8.522e+44 7.35  7.35  3.752e+39 0.000518  15071 
TS.triHPacyl.COelim.mmtppmpppd 2.093e+45 7.89  7.89  3.750e+39 0.000518  15072 
TS.triHPacyl.COelim.ppmpmpmppd 3.780e+44 6.87  6.87  3.729e+39 0.000515  15073 
TS.triHPacyl.COelim.tpttppppmd 3.903e+45 8.26  8.26  3.722e+39 0.000514  15074 
TS.triHPacyl.COelim.ptmpmmmppd 6.456e+43 5.82  5.82  3.717e+39 0.000513  15075 
TS.triHPacyl.COelim.ttttmtmpmd 5.453e+44 7.09  7.09  3.710e+39 0.000512  15076 
TS.triHPacyl.COelim.ptmmmmpmmd 1.221e+45 7.58  7.58  3.679e+39 0.000508  15077 
TS.triHPacyl.COelim.pttmmptpmd 1.969e+44 6.49  6.49  3.679e+39 0.000508  15078 
TS.triHPacyl.COelim.ptppmtpmmd 2.010e+43 5.13  5.13  3.679e+39 0.000508  15079 
TS.triHPacyl.COelim.tpmmmttmmd 1.608e+45 7.75  7.75  3.653e+39 0.000504  15080 
TS.triHPacyl.COelim.ttmtmmtppd 1.475e+45 7.70  7.70  3.641e+39 0.000503  15081 
TS.triHPacyl.COelim.tpppmppppd 2.450e+44 6.63  6.63  3.637e+39 0.000502  15082 
TS.triHPacyl.COelim.mpppmpppmd 1.700e+44 6.41  6.41  3.624e+39 0.0005    15083 
TS.triHPacyl.COelim.ttttmtpmpd 6.727e+44 7.24  7.24  3.603e+39 0.000497  15084 
TS.triHPacyl.COelim.pttpmmpppd 5.198e+44 7.08  7.08  3.602e+39 0.000497  15085 
TS.triHPacyl.COelim.ptppmtmmmd 2.917e+43 5.37  5.37  3.562e+39 0.000492  15086 
TS.triHPacyl.COelim.mpppmppmmd 1.136e+45 7.56  7.56  3.543e+39 0.000489  15087 
TS.triHPacyl.COelim.ptmtppmpmd 2.939e+44 6.76  6.76  3.516e+39 0.000486  15088 
TS.triHPacyl.COelim.tpmpptmppd 4.157e+43 5.59  5.59  3.510e+39 0.000485  15089 
TS.triHPacyl.COelim.mpmtpmtppd 2.523e+45 8.04  8.04  3.508e+39 0.000484  15090 
TS.triHPacyl.COelim.mmppmmmmmd 1.369e+44 6.31  6.31  3.482e+39 0.000481  15091 
TS.triHPacyl.COelim.tmpmmmmmmd 3.527e+44 6.87  6.87  3.464e+39 0.000478  15092 
TS.triHPacyl.COelim.tpttmmmpmd 2.362e+44 6.64  6.64  3.453e+39 0.000477  15093 
TS.triHPacyl.COelim.ppmtptpmpd 4.016e+44 6.96  6.96  3.441e+39 0.000475  15094 
TS.triHPacyl.COelim.tmmtmtpmmd 7.320e+44 7.32  7.32  3.421e+39 0.000472  15095 
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TS.triHPacyl.COelim.mtmtptmppd 3.724e+44 6.92  6.92  3.404e+39 0.00047   15096 
TS.triHPacyl.COelim.mtttptmppd 2.430e+44 6.66  6.66  3.397e+39 0.000469  15097 
TS.triHPacyl.COelim.ppmpmtmppd 7.039e+43 5.93  5.93  3.379e+39 0.000467  15098 
TS.triHPacyl.COelim.ttmpmtmppd 1.419e+44 6.35  6.35  3.372e+39 0.000466  15099 
TS.triHPacyl.COelim.tpmppmmppd 6.455e+43 5.88  5.88  3.358e+39 0.000464  15100 
TS.triHPacyl.COelim.ttmpmmmppd 1.575e+44 6.41  6.41  3.353e+39 0.000463  15101 
TS.triHPacyl.COelim.ptppmmtmmd 7.853e+43 6.00  6.00  3.318e+39 0.000458  15102 
TS.triHPacyl.COelim.pmmmmtpmpd 2.715e+43 5.38  5.38  3.293e+39 0.000455  15103 
TS.triHPacyl.COelim.pmtmmmppmd 7.219e+44 7.33  7.33  3.277e+39 0.000452  15104 
TS.triHPacyl.COelim.mtppmppmmd 7.997e+43 6.02  6.02  3.269e+39 0.000451  15105 
TS.triHPacyl.COelim.tpptptpmmd 1.133e+45 7.60  7.60  3.269e+39 0.000451  15106 
TS.triHPacyl.COelim.ttpmmtpmpd 1.069e+44 6.20  6.20  3.266e+39 0.000451  15107 
TS.triHPacyl.COelim.ptpmmpmppd 2.766e+43 5.39  5.39  3.262e+39 0.00045   15108 
TS.triHPacyl.COelim.mmtpmmmppd 1.476e+45 7.76  7.76  3.254e+39 0.000449  15109 
TS.triHPacyl.COelim.mmpmmtmmmd 1.948e+44 6.56  6.56  3.246e+39 0.000448  15110 
TS.triHPacyl.COelim.tmpmmmmpmd 9.014e+43 6.10  6.10  3.223e+39 0.000445  15111 
TS.triHPacyl.COelim.tpmmpttmmd 3.282e+45 8.25  8.25  3.219e+39 0.000444  15112 
TS.triHPacyl.COelim.mpmtpmpmpd 1.983e+44 6.58  6.58  3.204e+39 0.000442  15113 
TS.triHPacyl.COelim.tmpmptmppd 1.709e+44 6.49  6.49  3.203e+39 0.000442  15114 
TS.triHPacyl.COelim.ptttmpmppd 2.984e+44 6.82  6.82  3.195e+39 0.000441  15115 
TS.triHPacyl.COelim.mptpmptppd 8.941e+44 7.48  7.48  3.193e+39 0.000441  15116 
TS.triHPacyl.COelim.pmpppmmmpd 8.542e+43 6.08  6.08  3.185e+39 0.00044   15117 
TS.triHPacyl.COelim.tmpmmtmmmd 3.002e+44 6.83  6.83  3.172e+39 0.000438  15118 
TS.triHPacyl.COelim.tppmmmtmpd 7.328e+44 7.36  7.36  3.162e+39 0.000437  15119 
TS.triHPacyl.COelim.pmtmptmpmd 2.569e+44 6.75  6.75  3.114e+39 0.00043   15120 
TS.triHPacyl.COelim.mmpppmtmpd 4.527e+44 7.09  7.09  3.104e+39 0.000429  15121 
TS.triHPacyl.COelim.ttmtmttmpd 5.064e+44 7.16  7.16  3.099e+39 0.000428  15122 
TS.triHPacyl.COelim.tmppmtppmd 6.412e+44 7.30  7.30  3.098e+39 0.000428  15123 
TS.triHPacyl.COelim.pptmppmpmd 1.626e+44 6.48  6.48  3.081e+39 0.000425  15124 
TS.triHPacyl.COelim.tpptpttpmd 2.885e+45 8.20  8.20  3.081e+39 0.000425  15125 
TS.triHPacyl.COelim.tpppptmmmd 7.613e+44 7.40  7.40  3.075e+39 0.000425  15126 
TS.triHPacyl.COelim.ptttmmtpmd 6.306e+44 7.29  7.29  3.074e+39 0.000424  15127 
TS.triHPacyl.COelim.tmpmmmtmpd 3.334e+44 6.91  6.91  3.072e+39 0.000424  15128 
TS.triHPacyl.COelim.pmmmpptpmd 2.739e+44 6.80  6.80  3.061e+39 0.000423  15129 
TS.triHPacyl.COelim.ptppmmtppd 2.692e+44 6.79  6.79  3.060e+39 0.000423  15130 
TS.triHPacyl.COelim.ppmmptppmd 5.065e+44 7.17  7.17  3.036e+39 0.000419  15131 
TS.triHPacyl.COelim.mtmtpmmppd 5.733e+44 7.25  7.25  3.013e+39 0.000416  15132 
TS.triHPacyl.COelim.tpptmtpppd 6.261e+44 7.30  7.30  3.006e+39 0.000415  15133 
TS.triHPacyl.COelim.mmppmpmpmd 1.157e+44 6.30  6.30  2.970e+39 0.00041   15134 
TS.triHPacyl.COelim.ptppptmmmd 1.676e+43 5.15  5.15  2.947e+39 0.000407  15135 
TS.triHPacyl.COelim.pmmmmpmpmd 3.500e+44 6.97  6.97  2.945e+39 0.000407  15136 
TS.triHPacyl.COelim.tmmtmtpmpd 8.025e+44 7.46  7.46  2.930e+39 0.000405  15137 
TS.triHPacyl.COelim.ptpmpttmpd 4.200e+43 5.71  5.71  2.898e+39 0.0004    15138 
TS.triHPacyl.COelim.mmpmmmmmmd 2.908e+44 6.87  6.87  2.891e+39 0.000399  15139 
TS.triHPacyl.COelim.tpptpttppd 1.374e+45 7.79  7.79  2.891e+39 0.000399  15140 
TS.triHPacyl.COelim.tpmppptmmd 2.244e+44 6.71  6.71  2.884e+39 0.000398  15141 
TS.triHPacyl.COelim.tpttmtmpmd 3.795e+44 7.03  7.03  2.882e+39 0.000398  15142 
TS.triHPacyl.COelim.mmtppmtmmd 9.521e+44 7.58  7.58  2.877e+39 0.000397  15143 
TS.triHPacyl.COelim.tmmpmmtppd 3.304e+44 6.95  6.95  2.853e+39 0.000394  15144 
TS.triHPacyl.COelim.tpppppmmpd 1.745e+45 7.95  7.95  2.829e+39 0.000391  15145 
TS.triHPacyl.COelim.pmttpmmmmd 3.004e+44 6.90  6.90  2.805e+39 0.000387  15146 
TS.triHPacyl.COelim.mpppmmppmd 1.866e+44 6.62  6.62  2.793e+39 0.000386  15147 
TS.triHPacyl.COelim.mtmmptpmmd 1.032e+44 6.28  6.28  2.768e+39 0.000382  15148 
TS.triHPacyl.COelim.ttttmmtpmd 2.681e+44 6.85  6.85  2.761e+39 0.000381  15149 
TS.triHPacyl.COelim.tpttmppppd 2.742e+45 8.24  8.24  2.734e+39 0.000378  15150 
TS.triHPacyl.COelim.ppmtpttmpd 3.339e+45 8.36  8.36  2.727e+39 0.000377  15151 
TS.triHPacyl.COelim.tmtmmmpmmd 1.905e+45 8.03  8.03  2.703e+39 0.000373  15152 
TS.triHPacyl.COelim.ttmtmmmpmd 6.807e+43 6.04  6.04  2.701e+39 0.000373  15153 
TS.triHPacyl.COelim.ttttmtpmmd 1.671e+45 7.95  7.95  2.689e+39 0.000371  15154 
TS.triHPacyl.COelim.ttptmppmmd 1.875e+44 6.66  6.66  2.652e+39 0.000366  15155 
TS.triHPacyl.COelim.tmmppmtmmd 4.343e+44 7.16  7.16  2.651e+39 0.000366  15156 
TS.triHPacyl.COelim.mmtpmtpppd 2.451e+44 6.82  6.82  2.640e+39 0.000364  15157 
TS.triHPacyl.COelim.ptmmmmmmmd 6.158e+44 7.37  7.37  2.632e+39 0.000363  15158 
TS.triHPacyl.COelim.ptmtptmpmd 1.395e+44 6.49  6.49  2.617e+39 0.000361  15159 
TS.triHPacyl.COelim.ptttpttppd 1.845e+44 6.66  6.66  2.594e+39 0.000358  15160 
TS.triHPacyl.COelim.tppmppppmd 1.439e+44 6.52  6.52  2.573e+39 0.000355  15161 
TS.triHPacyl.COelim.tpppppmmmd 1.250e+45 7.81  7.81  2.566e+39 0.000354  15162 
TS.triHPacyl.COelim.mmtpmtmpmd 2.851e+44 6.93  6.93  2.559e+39 0.000353  15163 
TS.triHPacyl.COelim.ptmmppmmpd 6.366e+44 7.41  7.41  2.557e+39 0.000353  15164 
TS.triHPacyl.COelim.mmmppmmmpd 1.397e+45 7.88  7.88  2.547e+39 0.000352  15165 
TS.triHPacyl.COelim.pttpppmmpd 6.169e+43 6.02  6.02  2.542e+39 0.000351  15166 
TS.triHPacyl.COelim.ptttpptpmd 1.364e+44 6.50  6.50  2.496e+39 0.000345  15167 
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TS.triHPacyl.COelim.ttmppmppmd 1.122e+44 6.39  6.39  2.463e+39 0.00034   15168 
TS.triHPacyl.COelim.tmttmmtmpd 1.897e+45 8.08  8.08  2.458e+39 0.000339  15169 
TS.triHPacyl.COelim.tmmmpttmmd 1.150e+45 7.78  7.78  2.456e+39 0.000339  15170 
TS.triHPacyl.COelim.pmptmmppmd 6.584e+44 7.45  7.45  2.454e+39 0.000339  15171 
TS.triHPacyl.COelim.pmptmmpmmd 4.072e+44 7.17  7.17  2.433e+39 0.000336  15172 
TS.triHPacyl.COelim.mptpmmmmpd 9.039e+44 7.66  7.66  2.392e+39 0.00033   15173 
TS.triHPacyl.COelim.mmppptpmpd 7.564e+43 6.18  6.18  2.390e+39 0.00033   15174 
TS.triHPacyl.COelim.tpppmmpppd 5.383e+44 7.35  7.35  2.368e+39 0.000327  15175 
TS.triHPacyl.COelim.pmttptmpmd 4.355e+44 7.23  7.23  2.352e+39 0.000325  15176 
TS.triHPacyl.COelim.mttmptpmpd 6.606e+43 6.11  6.11  2.341e+39 0.000323  15177 
TS.triHPacyl.COelim.pttmpptppd 1.338e+44 6.53  6.53  2.341e+39 0.000323  15178 
TS.triHPacyl.COelim.pmtmmmtmpd 5.350e+44 7.36  7.36  2.338e+39 0.000323  15179 
TS.triHPacyl.COelim.pmmmpptmmd 2.133e+44 6.81  6.81  2.336e+39 0.000323  15180 
TS.triHPacyl.COelim.tmptpmtppd 1.190e+45 7.84  7.84  2.309e+39 0.000319  15181 
TS.triHPacyl.COelim.pmtmppmpmd 2.403e+44 6.89  6.89  2.301e+39 0.000318  15182 
TS.triHPacyl.COelim.mpptmmmpmd 1.607e+44 6.65  6.65  2.296e+39 0.000317  15183 
TS.triHPacyl.COelim.mmtmpmpmpd 2.075e+44 6.80  6.80  2.292e+39 0.000316  15184 
TS.triHPacyl.COelim.tpmmmttpmd 2.811e+45 8.36  8.36  2.291e+39 0.000316  15185 
TS.triHPacyl.COelim.ppmtpttmmd 1.147e+45 7.82  7.82  2.291e+39 0.000316  15186 
TS.triHPacyl.COelim.pmmtmmppmd 2.519e+44 6.92  6.92  2.278e+39 0.000315  15187 
TS.triHPacyl.COelim.tmttmttmpd 1.847e+45 8.11  8.11  2.273e+39 0.000314  15188 
TS.triHPacyl.COelim.tpmpptmmmd 4.915e+44 7.32  7.32  2.269e+39 0.000313  15189 
TS.triHPacyl.COelim.mmpmmpmppd 1.704e+44 6.69  6.69  2.268e+39 0.000313  15190 
TS.triHPacyl.COelim.pmttptppmd 1.846e+45 8.12  8.12  2.258e+39 0.000312  15191 
TS.triHPacyl.COelim.mpptmppppd 4.308e+44 7.25  7.25  2.250e+39 0.000311  15192 
TS.triHPacyl.COelim.tptpmmmpmd 5.000e+44 7.34  7.34  2.241e+39 0.000309  15193 
TS.triHPacyl.COelim.tpmtpmpmpd 8.064e+44 7.63  7.63  2.239e+39 0.000309  15194 
TS.triHPacyl.COelim.ttppmppmpd 2.120e+44 6.83  6.83  2.236e+39 0.000309  15195 
TS.triHPacyl.COelim.ptttptpmpd 3.548e+44 7.14  7.14  2.233e+39 0.000308  15196 
TS.triHPacyl.COelim.ttmtptpmpd 1.002e+45 7.76  7.76  2.231e+39 0.000308  15197 
TS.triHPacyl.COelim.tmmmpmtpmd 2.610e+45 8.33  8.33  2.228e+39 0.000308  15198 
TS.triHPacyl.COelim.mmptpptmmd 1.624e+45 8.05  8.05  2.210e+39 0.000305  15199 
TS.triHPacyl.COelim.tpttppmmmd 1.742e+45 8.10  8.10  2.187e+39 0.000302  15200 
TS.triHPacyl.COelim.tpptptpmpd 2.233e+45 8.25  8.25  2.186e+39 0.000302  15201 
TS.triHPacyl.COelim.tttmmtpmmd 5.811e+44 7.45  7.45  2.175e+39 0.0003    15202 
TS.triHPacyl.COelim.ttmtmmtmmd 6.894e+44 7.56  7.56  2.159e+39 0.000298  15203 
TS.triHPacyl.COelim.ptttpmmppd 5.759e+44 7.45  7.45  2.157e+39 0.000298  15204 
TS.triHPacyl.COelim.ppmpptpmpd 2.337e+44 6.91  6.91  2.157e+39 0.000298  15205 
TS.triHPacyl.COelim.tpptpmppmd 1.012e+45 7.79  7.79  2.143e+39 0.000296  15206 
TS.triHPacyl.COelim.mttmmmmppd 2.472e+44 6.95  6.95  2.141e+39 0.000296  15207 
TS.triHPacyl.COelim.tpmtptmppd 4.078e+44 7.25  7.25  2.135e+39 0.000295  15208 
TS.triHPacyl.COelim.pmmtpttmpd 1.074e+45 7.83  7.83  2.130e+39 0.000294  15209 
TS.triHPacyl.COelim.mtptpmpmmd 1.115e+44 6.48  6.48  2.129e+39 0.000294  15210 
TS.triHPacyl.COelim.mpmppmtmmd 3.712e+44 7.20  7.20  2.122e+39 0.000293  15211 
TS.triHPacyl.COelim.mmmtppmmmd 2.013e+44 6.83  6.83  2.116e+39 0.000292  15212 
TS.triHPacyl.COelim.mmppmpmmmd 1.756e+44 6.75  6.75  2.114e+39 0.000292  15213 
TS.triHPacyl.COelim.mpmtpptmpd 4.018e+44 7.25  7.25  2.101e+39 0.00029   15214 
TS.triHPacyl.COelim.ptppmmmppd 1.162e+44 6.51  6.51  2.097e+39 0.00029   15215 
TS.triHPacyl.COelim.tmmtmtppmd 4.525e+44 7.32  7.32  2.097e+39 0.00029   15216 
TS.triHPacyl.COelim.mtpmptpmpd 8.839e+43 6.36  6.36  2.066e+39 0.000285  15217 
TS.triHPacyl.COelim.mmtmpmtmpd 1.027e+45 7.82  7.82  2.060e+39 0.000284  15218 
TS.triHPacyl.COelim.pmptmttppd 2.843e+44 7.06  7.06  2.032e+39 0.000281  15219 
TS.triHPacyl.COelim.tmmpmmpmpd 1.195e+45 7.93  7.93  2.013e+39 0.000278  15220 
TS.triHPacyl.COelim.ptttmtmpmd 3.218e+44 7.15  7.15  2.007e+39 0.000277  15221 
TS.triHPacyl.COelim.ttttmttpmd 1.919e+44 6.84  6.84  2.001e+39 0.000276  15222 
TS.triHPacyl.COelim.mttmpmmpmd 1.597e+44 6.73  6.73  1.996e+39 0.000276  15223 
TS.triHPacyl.COelim.tpttmttmpd 5.427e+45 8.84  8.84  1.987e+39 0.000274  15224 
TS.triHPacyl.COelim.pmttmmppmd 2.065e+45 8.26  8.26  1.984e+39 0.000274  15225 
TS.triHPacyl.COelim.mptpmmtmmd 9.101e+44 7.78  7.78  1.963e+39 0.000271  15226 
TS.triHPacyl.COelim.mppmpptpmd 2.513e+44 7.01  7.01  1.952e+39 0.00027   15227 
TS.triHPacyl.COelim.tpmppmpmmd 1.376e+44 6.66  6.66  1.948e+39 0.000269  15228 
TS.triHPacyl.COelim.pttpmtmmpd 1.460e+44 6.69  6.69  1.948e+39 0.000269  15229 
TS.triHPacyl.COelim.tmpppmpmmd 7.067e+44 7.64  7.64  1.913e+39 0.000264  15230 
TS.triHPacyl.COelim.pmttppmpmd 4.510e+44 7.38  7.38  1.913e+39 0.000264  15231 
TS.triHPacyl.COelim.mtmmmtmpmd 2.693e+44 7.07  7.07  1.910e+39 0.000264  15232 
TS.triHPacyl.COelim.pmttptpppd 1.051e+45 7.88  7.88  1.902e+39 0.000263  15233 
TS.triHPacyl.COelim.tpmmpptmmd 1.077e+45 7.90  7.90  1.891e+39 0.000261  15234 
TS.triHPacyl.COelim.mtmmmtpmmd 8.502e+44 7.76  7.76  1.889e+39 0.000261  15235 
TS.triHPacyl.COelim.ttmtptmpmd 1.327e+44 6.65  6.65  1.884e+39 0.00026   15236 
TS.triHPacyl.COelim.pmmppmtpmd 6.227e+43 6.21  6.21  1.875e+39 0.000259  15237 
TS.triHPacyl.COelim.tpttmpppmd 2.437e+45 8.39  8.39  1.870e+39 0.000258  15238 
TS.triHPacyl.COelim.ppmppttmpd 3.401e+44 7.22  7.22  1.866e+39 0.000258  15239 
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TS.triHPacyl.COelim.ttppmmpppd 1.709e+44 6.81  6.81  1.864e+39 0.000257  15240 
TS.triHPacyl.COelim.tmptmmmpmd 1.878e+44 6.87  6.87  1.860e+39 0.000257  15241 
TS.triHPacyl.COelim.mttppppmmd 5.626e+43 6.15  6.15  1.858e+39 0.000256  15242 
TS.triHPacyl.COelim.tppppppppd 5.429e+44 7.50  7.50  1.857e+39 0.000256  15243 
TS.triHPacyl.COelim.mmptpmmmmd 3.379e+44 7.22  7.22  1.853e+39 0.000256  15244 
TS.triHPacyl.COelim.mpptmppmpd 7.320e+44 7.68  7.68  1.848e+39 0.000255  15245 
TS.triHPacyl.COelim.tptmmtmpmd 2.421e+44 7.03  7.03  1.844e+39 0.000255  15246 
TS.triHPacyl.COelim.tmmmpmtmmd 1.640e+45 8.17  8.17  1.844e+39 0.000255  15247 
TS.triHPacyl.COelim.tmmppmtpmd 2.800e+44 7.12  7.12  1.831e+39 0.000253  15248 
TS.triHPacyl.COelim.tmmtmmpmpd 7.345e+44 7.69  7.69  1.830e+39 0.000253  15249 
TS.triHPacyl.COelim.mptmmpmpmd 1.897e+44 6.89  6.89  1.826e+39 0.000252  15250 
TS.triHPacyl.COelim.tptmmpppmd 4.905e+44 7.46  7.46  1.816e+39 0.000251  15251 
TS.triHPacyl.COelim.mmtmpttmpd 1.712e+45 8.21  8.21  1.801e+39 0.000249  15252 
TS.triHPacyl.COelim.pmmpmpmpmd 2.239e+43 5.62  5.62  1.795e+39 0.000248  15253 
TS.triHPacyl.COelim.pmmpptpmpd 7.260e+43 6.32  6.32  1.794e+39 0.000248  15254 
TS.triHPacyl.COelim.tmmtmmpppd 9.012e+44 7.83  7.83  1.790e+39 0.000247  15255 
TS.triHPacyl.COelim.mtppmttpmd 1.033e+44 6.54  6.54  1.790e+39 0.000247  15256 
TS.triHPacyl.COelim.ppmmpmtmmd 8.044e+44 7.76  7.76  1.779e+39 0.000246  15257 
TS.triHPacyl.COelim.tmpppmppmd 3.311e+44 7.23  7.23  1.776e+39 0.000245  15258 
TS.triHPacyl.COelim.tmmtmmppmd 5.704e+44 7.56  7.56  1.770e+39 0.000244  15259 
TS.triHPacyl.COelim.ptttptmmmd 1.372e+44 6.71  6.71  1.768e+39 0.000244  15260 
TS.triHPacyl.COelim.mttmmtpmpd 4.549e+44 7.43  7.43  1.766e+39 0.000244  15261 
TS.triHPacyl.COelim.pmmtmmpmpd 2.697e+44 7.12  7.12  1.762e+39 0.000243  15262 
TS.triHPacyl.COelim.mtptpppmmd 1.371e+44 6.72  6.72  1.757e+39 0.000243  15263 
TS.triHPacyl.COelim.pmmtpttppd 7.139e+44 7.70  7.70  1.756e+39 0.000242  15264 
TS.triHPacyl.COelim.tptmmmmpmd 1.621e+44 6.82  6.82  1.751e+39 0.000242  15265 
TS.triHPacyl.COelim.mpmmpmppmd 2.789e+44 7.14  7.14  1.749e+39 0.000242  15266 
TS.triHPacyl.COelim.mptpmpmmpd 6.742e+44 7.67  7.67  1.745e+39 0.000241  15267 
TS.triHPacyl.COelim.tmmpmtpmpd 2.696e+44 7.12  7.12  1.743e+39 0.000241  15268 
TS.triHPacyl.COelim.tptpmpppmd 1.656e+44 6.84  6.84  1.735e+39 0.00024   15269 
TS.triHPacyl.COelim.ptttpptppd 1.567e+44 6.81  6.81  1.706e+39 0.000236  15270 
TS.triHPacyl.COelim.ttmtmttmmd 4.947e+44 7.50  7.50  1.695e+39 0.000234  15271 
TS.triHPacyl.COelim.pmmtmmmmmd 4.173e+44 7.40  7.40  1.688e+39 0.000233  15272 
TS.triHPacyl.COelim.tppmmmpmmd 3.103e+45 8.60  8.60  1.680e+39 0.000232  15273 
TS.triHPacyl.COelim.tmmtmtpppd 6.497e+44 7.67  7.67  1.673e+39 0.000231  15274 
TS.triHPacyl.COelim.ptmtptpmmd 6.821e+43 6.33  6.33  1.661e+39 0.000229  15275 
TS.triHPacyl.COelim.ttttmmmpmd 2.482e+44 7.10  7.10  1.657e+39 0.000229  15276 
TS.triHPacyl.COelim.tmttpppppd 3.238e+45 8.64  8.64  1.657e+39 0.000229  15277 
TS.triHPacyl.COelim.tpptmppppd 3.408e+44 7.29  7.29  1.656e+39 0.000229  15278 
TS.triHPacyl.COelim.ptmtpptppd 6.943e+44 7.72  7.72  1.652e+39 0.000228  15279 
TS.triHPacyl.COelim.ttmmmmppmd 7.874e+44 7.80  7.80  1.645e+39 0.000227  15280 
TS.triHPacyl.COelim.ttpmptppmd 8.918e+43 6.50  6.50  1.629e+39 0.000225  15281 
TS.triHPacyl.COelim.tmmtptpmmd 2.519e+44 7.12  7.12  1.628e+39 0.000225  15282 
TS.triHPacyl.COelim.mtmmpmppmd 1.309e+45 8.11  8.11  1.625e+39 0.000224  15283 
TS.triHPacyl.COelim.pmmmmtpppd 5.812e+43 6.25  6.25  1.622e+39 0.000224  15284 
TS.triHPacyl.COelim.ptpppppmpd 9.803e+43 6.56  6.56  1.620e+39 0.000224  15285 
TS.triHPacyl.COelim.tppmmmmmmd 1.052e+44 6.61  6.61  1.618e+39 0.000223  15286 
TS.triHPacyl.COelim.ttptmtmmpd 3.974e+43 6.03  6.03  1.606e+39 0.000222  15287 
TS.triHPacyl.COelim.ptptpttppd 2.217e+44 7.06  7.06  1.602e+39 0.000221  15288 
TS.triHPacyl.COelim.tttpppmpmd 1.751e+44 6.92  6.92  1.601e+39 0.000221  15289 
TS.triHPacyl.COelim.mpppmpmmpd 1.300e+45 8.11  8.11  1.598e+39 0.000221  15290 
TS.triHPacyl.COelim.tmmtpttppd 1.908e+46 9.72  9.72  1.592e+39 0.00022   15291 
TS.triHPacyl.COelim.tmmpmmpmmd 1.295e+44 6.74  6.74  1.590e+39 0.00022   15292 
TS.triHPacyl.COelim.pmtmmttmpd 7.987e+44 7.83  7.83  1.589e+39 0.000219  15293 
TS.triHPacyl.COelim.tmmppmppmd 2.405e+44 7.11  7.11  1.589e+39 0.000219  15294 
TS.triHPacyl.COelim.ttpmmtmmpd 1.772e+43 5.56  5.56  1.577e+39 0.000218  15295 
TS.triHPacyl.COelim.mmtppmpmmd 1.981e+44 7.00  7.00  1.573e+39 0.000217  15296 
TS.triHPacyl.COelim.pptmpptmmd 9.133e+44 7.92  7.92  1.562e+39 0.000216  15297 
TS.triHPacyl.COelim.mttmptmpmd 1.456e+44 6.82  6.82  1.559e+39 0.000215  15298 
TS.triHPacyl.COelim.pmmpptpppd 2.792e+45 8.60  8.60  1.510e+39 0.000209  15299 
TS.triHPacyl.COelim.mmttmmtpmd 1.224e+45 8.11  8.11  1.506e+39 0.000208  15300 
TS.triHPacyl.COelim.ppttpptmmd 3.565e+45 8.75  8.75  1.498e+39 0.000207  15301 
TS.triHPacyl.COelim.pmptmtpmmd 3.590e+44 7.39  7.39  1.492e+39 0.000206  15302 
TS.triHPacyl.COelim.ptttptmppd 3.147e+44 7.31  7.31  1.480e+39 0.000204  15303 
TS.triHPacyl.COelim.tptmpmppmd 2.221e+45 8.48  8.48  1.478e+39 0.000204  15304 
TS.triHPacyl.COelim.mtmmpmpppd 1.447e+45 8.23  8.23  1.474e+39 0.000204  15305 
TS.triHPacyl.COelim.mpppmtmpmd 1.879e+44 7.02  7.02  1.453e+39 0.000201  15306 
TS.triHPacyl.COelim.pmmtmmmpmd 3.385e+44 7.37  7.37  1.450e+39 0.0002    15307 
TS.triHPacyl.COelim.mmpppptmpd 6.275e+44 7.74  7.74  1.443e+39 0.000199  15308 
TS.triHPacyl.COelim.pmttmmpmpd 2.748e+44 7.25  7.25  1.443e+39 0.000199  15309 
TS.triHPacyl.COelim.mpppmtmmpd 1.217e+45 8.14  8.14  1.438e+39 0.000199  15310 
TS.triHPacyl.COelim.mmmpmtmpmd 1.643e+44 6.95  6.95  1.428e+39 0.000197  15311 
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TS.triHPacyl.COelim.tptmmttmmd 2.117e+45 8.47  8.47  1.426e+39 0.000197  15312 
TS.triHPacyl.COelim.pmmmppppmd 2.222e+44 7.13  7.13  1.411e+39 0.000195  15313 
TS.triHPacyl.COelim.ttmmmtppmd 8.623e+44 7.95  7.95  1.403e+39 0.000194  15314 
TS.triHPacyl.COelim.ppmpmmpppd 1.981e+44 7.08  7.08  1.386e+39 0.000191  15315 
TS.triHPacyl.COelim.tmtppttmpd 1.508e+45 8.29  8.29  1.384e+39 0.000191  15316 
TS.triHPacyl.COelim.ttmmmmpppd 9.846e+44 8.04  8.04  1.369e+39 0.000189  15317 
TS.triHPacyl.COelim.ptptmmtpmd 3.321e+45 8.77  8.77  1.365e+39 0.000189  15318 
TS.triHPacyl.COelim.pmttpppppd 9.731e+44 8.04  8.04  1.362e+39 0.000188  15319 
TS.triHPacyl.COelim.tppppptmpd 4.572e+44 7.59  7.59  1.357e+39 0.000187  15320 
TS.triHPacyl.COelim.ptmmmppmmd 4.940e+44 7.64  7.64  1.345e+39 0.000186  15321 
TS.triHPacyl.COelim.ppmtpptmpd 2.665e+45 8.65  8.65  1.335e+39 0.000184  15322 
TS.triHPacyl.COelim.ptmmmmtmmd 8.335e+44 7.96  7.96  1.335e+39 0.000184  15323 
TS.triHPacyl.COelim.tttpmmpppd 1.466e+45 8.29  8.29  1.333e+39 0.000184  15324 
TS.triHPacyl.COelim.tppmptpmmd 1.724e+44 7.02  7.02  1.332e+39 0.000184  15325 
TS.triHPacyl.COelim.pmmtptpmpd 1.678e+45 8.38  8.38  1.325e+39 0.000183  15326 
TS.triHPacyl.COelim.ttmtmmtpmd 1.094e+45 8.12  8.12  1.323e+39 0.000183  15327 
TS.triHPacyl.COelim.tpmpptpmpd 1.568e+44 6.97  6.97  1.314e+39 0.000181  15328 
TS.triHPacyl.COelim.mtttpmmpmd 3.388e+44 7.43  7.43  1.313e+39 0.000181  15329 
TS.triHPacyl.COelim.mpmtpmmppd 1.846e+44 7.07  7.07  1.305e+39 0.00018   15330 
TS.triHPacyl.COelim.mttmmtmppd 2.203e+44 7.18  7.18  1.304e+39 0.00018   15331 
TS.triHPacyl.COelim.tmptmtmpmd 1.663e+44 7.01  7.01  1.293e+39 0.000179  15332 
TS.triHPacyl.COelim.ptmtpttppd 5.707e+44 7.75  7.75  1.290e+39 0.000178  15333 
TS.triHPacyl.COelim.tpttmmpppd 1.670e+45 8.39  8.39  1.282e+39 0.000177  15334 
TS.triHPacyl.COelim.tmmpmtpppd 2.880e+44 7.35  7.35  1.276e+39 0.000176  15335 
TS.triHPacyl.COelim.tpptmtmpmd 2.155e+44 7.18  7.18  1.274e+39 0.000176  15336 
TS.triHPacyl.COelim.mmmppttmmd 7.144e+43 6.52  6.52  1.263e+39 0.000174  15337 
TS.triHPacyl.COelim.tpptmtmmmd 3.464e+44 7.47  7.47  1.257e+39 0.000174  15338 
TS.triHPacyl.COelim.mmmtmpmppd 9.990e+44 8.10  8.10  1.255e+39 0.000173  15339 
TS.triHPacyl.COelim.tmtmmtpmmd 1.434e+45 8.32  8.32  1.249e+39 0.000173  15340 
TS.triHPacyl.COelim.mmtppttmmd 6.344e+44 7.84  7.84  1.241e+39 0.000171  15341 
TS.triHPacyl.COelim.pmttmmpppd 7.458e+44 7.93  7.93  1.238e+39 0.000171  15342 
TS.triHPacyl.COelim.tpptptmmpd 1.769e+45 8.45  8.45  1.230e+39 0.00017   15343 
TS.triHPacyl.COelim.tpptmpppmd 3.449e+44 7.48  7.48  1.220e+39 0.000168  15344 
TS.triHPacyl.COelim.ptppmpppmd 4.354e+43 6.25  6.25  1.216e+39 0.000168  15345 
TS.triHPacyl.COelim.tmtmpmtppd 3.184e+45 8.81  8.81  1.214e+39 0.000168  15346 
TS.triHPacyl.COelim.mmtmmmpmpd 2.279e+44 7.24  7.24  1.206e+39 0.000167  15347 
TS.triHPacyl.COelim.pmptpttppd 1.147e+44 6.84  6.84  1.203e+39 0.000166  15348 
TS.triHPacyl.COelim.mttpptmmmd 9.431e+43 6.72  6.72  1.202e+39 0.000166  15349 
TS.triHPacyl.COelim.mpmmmptppd 3.151e+44 7.44  7.44  1.196e+39 0.000165  15350 
TS.triHPacyl.COelim.ppmtpttppd 9.799e+44 8.12  8.12  1.196e+39 0.000165  15351 
TS.triHPacyl.COelim.pmmtpmmpmd 1.729e+44 7.08  7.08  1.196e+39 0.000165  15352 
TS.triHPacyl.COelim.mmmmpmpppd 1.615e+44 7.04  7.04  1.195e+39 0.000165  15353 
TS.triHPacyl.COelim.pppmptmpmd 1.994e+44 7.17  7.17  1.183e+39 0.000163  15354 
TS.triHPacyl.COelim.pppmmmtmmd 2.203e+44 7.23  7.23  1.182e+39 0.000163  15355 
TS.triHPacyl.COelim.pmmpptpmmd 6.483e+43 6.51  6.51  1.177e+39 0.000163  15356 
TS.triHPacyl.COelim.pmmtpmmmmd 1.813e+44 7.12  7.12  1.170e+39 0.000162  15357 
TS.triHPacyl.COelim.tmmpptpmpd 2.396e+44 7.29  7.29  1.168e+39 0.000161  15358 
TS.triHPacyl.COelim.mmmmptpmmd 2.275e+44 7.26  7.26  1.166e+39 0.000161  15359 
TS.triHPacyl.COelim.tmptmmpmmd 1.731e+44 7.10  7.10  1.166e+39 0.000161  15360 
TS.triHPacyl.COelim.mptmmppppd 2.643e+44 7.35  7.35  1.164e+39 0.000161  15361 
TS.triHPacyl.COelim.mmttpmtppd 1.152e+45 8.23  8.23  1.158e+39 0.00016   15362 
TS.triHPacyl.COelim.tmpmptpppd 4.449e+44 7.67  7.67  1.155e+39 0.000159  15363 
TS.triHPacyl.COelim.ppmtpmtmmd 4.342e+45 9.03  9.03  1.142e+39 0.000158  15364 
TS.triHPacyl.COelim.mtmtptpmpd 2.696e+44 7.38  7.38  1.138e+39 0.000157  15365 
TS.triHPacyl.COelim.tmptmmpmpd 2.505e+44 7.33  7.33  1.137e+39 0.000157  15366 
TS.triHPacyl.COelim.tmmpmmpppd 8.175e+44 8.04  8.04  1.135e+39 0.000157  15367 
TS.triHPacyl.COelim.ttttmttppd 1.871e+44 7.16  7.16  1.134e+39 0.000157  15368 
TS.triHPacyl.COelim.ttttptmppd 6.964e+44 7.95  7.95  1.134e+39 0.000157  15369 
TS.triHPacyl.COelim.tmpmpmpmpd 5.775e+44 7.84  7.84  1.126e+39 0.000155  15370 
TS.triHPacyl.COelim.tpptpptmmd 1.010e+45 8.17  8.17  1.126e+39 0.000155  15371 
TS.triHPacyl.COelim.tmttmmtmmd 3.633e+45 8.94  8.94  1.125e+39 0.000155  15372 
TS.triHPacyl.COelim.pmppmmtmpd 3.050e+44 7.46  7.46  1.120e+39 0.000155  15373 
TS.triHPacyl.COelim.tmpmpmmppd 1.082e+44 6.84  6.84  1.119e+39 0.000155  15374 
TS.triHPacyl.COelim.tpmmptpmmd 6.899e+44 7.96  7.96  1.095e+39 0.000151  15375 
TS.triHPacyl.COelim.pmmppttmpd 5.766e+44 7.85  7.85  1.094e+39 0.000151  15376 
TS.triHPacyl.COelim.mmmmptpmpd 4.807e+43 6.37  6.37  1.093e+39 0.000151  15377 
TS.triHPacyl.COelim.tmpmptpmpd 4.169e+44 7.66  7.66  1.091e+39 0.000151  15378 
TS.triHPacyl.COelim.mmmpptmpmd 1.190e+44 6.92  6.92  1.090e+39 0.000151  15379 
TS.triHPacyl.COelim.ppttmtmppd 6.172e+44 7.91  7.91  1.075e+39 0.000148  15380 
TS.triHPacyl.COelim.mpmtptmppd 1.192e+44 6.93  6.93  1.073e+39 0.000148  15381 
TS.triHPacyl.COelim.tmmpmppmmd 6.417e+44 7.93  7.93  1.071e+39 0.000148  15382 
TS.triHPacyl.COelim.mttpmmpmmd 6.829e+44 7.97  7.97  1.071e+39 0.000148  15383 
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TS.triHPacyl.COelim.ttttmtmmmd 1.725e+44 7.15  7.15  1.070e+39 0.000148  15384 
TS.triHPacyl.COelim.mtpmptmppd 4.766e+43 6.38  6.38  1.067e+39 0.000147  15385 
TS.triHPacyl.COelim.mptmmmpppd 3.488e+44 7.58  7.58  1.057e+39 0.000146  15386 
TS.triHPacyl.COelim.ppppppmppd 1.971e+44 7.24  7.24  1.056e+39 0.000146  15387 
TS.triHPacyl.COelim.mmpppmtmmd 1.994e+44 7.24  7.24  1.055e+39 0.000146  15388 
TS.triHPacyl.COelim.tpttmmppmd 2.377e+45 8.72  8.72  1.054e+39 0.000145  15389 
TS.triHPacyl.COelim.ttmtmmmmmd 1.092e+45 8.26  8.26  1.053e+39 0.000145  15390 
TS.triHPacyl.COelim.pmptmtppmd 4.852e+44 7.77  7.77  1.053e+39 0.000145  15391 
TS.triHPacyl.COelim.pttmptmmmd 5.611e+43 6.49  6.49  1.051e+39 0.000145  15392 
TS.triHPacyl.COelim.tmptmmmppd 3.347e+44 7.55  7.55  1.050e+39 0.000145  15393 
TS.triHPacyl.COelim.pmmmpppmmd 1.677e+44 7.14  7.14  1.048e+39 0.000145  15394 
TS.triHPacyl.COelim.ttmtpppmmd 9.114e+44 8.15  8.15  1.046e+39 0.000144  15395 
TS.triHPacyl.COelim.ptmpmpmppd 9.920e+43 6.83  6.83  1.046e+39 0.000144  15396 
TS.triHPacyl.COelim.pmttppppmd 1.190e+45 8.31  8.31  1.045e+39 0.000144  15397 
TS.triHPacyl.COelim.mmmmptpppd 1.029e+44 6.85  6.85  1.045e+39 0.000144  15398 
TS.triHPacyl.COelim.pmtmpppppd 3.160e+44 7.52  7.52  1.043e+39 0.000144  15399 
TS.triHPacyl.COelim.tmptmtpmmd 1.598e+44 7.12  7.12  1.042e+39 0.000144  15400 
TS.triHPacyl.COelim.tpmtmtpmpd 5.186e+44 7.82  7.82  1.039e+39 0.000143  15401 
TS.triHPacyl.COelim.pmmmmttmmd 2.838e+44 7.47  7.47  1.033e+39 0.000143  15402 
TS.triHPacyl.COelim.ppmpmppppd 1.099e+44 6.90  6.90  1.033e+39 0.000143  15403 
TS.triHPacyl.COelim.mpmtpmmmpd 1.496e+45 8.46  8.46  1.033e+39 0.000143  15404 
TS.triHPacyl.COelim.tttpmtppmd 1.677e+45 8.53  8.53  1.031e+39 0.000142  15405 
TS.triHPacyl.COelim.tppmpmmpmd 1.084e+45 8.27  8.27  1.023e+39 0.000141  15406 
TS.triHPacyl.COelim.ptmtpttpmd 6.885e+44 8.00  8.00  1.018e+39 0.000141  15407 
TS.triHPacyl.COelim.mmmmpmtmpd 2.446e+44 7.39  7.39  1.017e+39 0.00014   15408 
TS.triHPacyl.COelim.mttpptpppd 2.423e+45 8.75  8.75  1.017e+39 0.00014   15409 
TS.triHPacyl.COelim.mtttptmpmd 2.922e+44 7.50  7.50  1.010e+39 0.00014   15410 
TS.triHPacyl.COelim.pmppmmpppd 1.441e+45 8.45  8.45  1.009e+39 0.000139  15411 
TS.triHPacyl.COelim.mttpptpmmd 7.849e+43 6.72  6.72  1.002e+39 0.000138  15412 
TS.triHPacyl.COelim.tttppmppmd 1.561e+45 8.51  8.51  9.946e+38 0.000137  15413 
TS.triHPacyl.COelim.tppmpmppmd 1.478e+44 7.10  7.10  9.895e+38 0.000137  15414 
TS.triHPacyl.COelim.mmpppmmppd 1.798e+44 7.22  7.22  9.889e+38 0.000137  15415 
TS.triHPacyl.COelim.tpptppppmd 8.471e+44 8.15  8.15  9.766e+38 0.000135  15416 
TS.triHPacyl.COelim.ptmmmtmmmd 5.018e+44 7.84  7.84  9.716e+38 0.000134  15417 
TS.triHPacyl.COelim.mmttmmmppd 2.307e+45 8.76  8.76  9.611e+38 0.000133  15418 
TS.triHPacyl.COelim.tmttppppmd 2.684e+45 8.85  8.85  9.589e+38 0.000132  15419 
TS.triHPacyl.COelim.ptpppttmpd 2.573e+44 7.45  7.45  9.579e+38 0.000132  15420 
TS.triHPacyl.COelim.tmpmpttmpd 3.795e+44 7.69  7.69  9.560e+38 0.000132  15421 
TS.triHPacyl.COelim.mttpmmmppd 1.175e+45 8.36  8.36  9.551e+38 0.000132  15422 
TS.triHPacyl.COelim.mmpppmpppd 1.362e+45 8.45  8.45  9.502e+38 0.000131  15423 
TS.triHPacyl.COelim.ttmpmmpmmd 1.020e+44 6.91  6.91  9.493e+38 0.000131  15424 
TS.triHPacyl.COelim.tpptpmpppd 1.078e+45 8.31  8.31  9.457e+38 0.000131  15425 
TS.triHPacyl.COelim.tpmmmtppmd 9.338e+44 8.23  8.23  9.453e+38 0.000131  15426 
TS.triHPacyl.COelim.ptpmppmppd 3.302e+43 6.24  6.24  9.389e+38 0.00013   15427 
TS.triHPacyl.COelim.ttmpmttmpd 5.791e+44 7.95  7.95  9.383e+38 0.00013   15428 
TS.triHPacyl.COelim.mttmptmmmd 1.237e+44 7.03  7.03  9.367e+38 0.000129  15429 
TS.triHPacyl.COelim.tpmpmtpmpd 3.114e+44 7.58  7.58  9.362e+38 0.000129  15430 
TS.triHPacyl.COelim.pmtmmmtmmd 5.998e+44 7.97  7.97  9.348e+38 0.000129  15431 
TS.triHPacyl.COelim.tpttpppppd 4.126e+44 7.75  7.75  9.329e+38 0.000129  15432 
TS.triHPacyl.COelim.mtmtmmpmpd 2.764e+45 8.89  8.89  9.297e+38 0.000128  15433 
TS.triHPacyl.COelim.ttmppmmppd 2.123e+44 7.36  7.36  9.276e+38 0.000128  15434 
TS.triHPacyl.COelim.mtppmmtmmd 4.296e+44 7.78  7.78  9.269e+38 0.000128  15435 
TS.triHPacyl.COelim.pttpmpppmd 6.932e+44 8.07  8.07  9.189e+38 0.000127  15436 
TS.triHPacyl.COelim.pmmpmtmmmd 4.367e+43 6.42  6.42  9.148e+38 0.000126  15437 
TS.triHPacyl.COelim.mmmmpmtmmd 1.299e+45 8.45  8.45  9.148e+38 0.000126  15438 
TS.triHPacyl.COelim.tttpptpmpd 2.516e+45 8.84  8.84  9.100e+38 0.000126  15439 
TS.triHPacyl.COelim.tppmpmtpmd 5.308e+44 7.92  7.92  9.080e+38 0.000125  15440 
TS.triHPacyl.COelim.ttptmttmmd 5.195e+44 7.91  7.91  9.054e+38 0.000125  15441 
TS.triHPacyl.COelim.ttmtppmppd 6.881e+44 8.07  8.07  9.045e+38 0.000125  15442 
TS.triHPacyl.COelim.tpmtmmtmmd 5.350e+45 9.30  9.30  9.021e+38 0.000125  15443 
TS.triHPacyl.COelim.mmtmmttmpd 3.750e+45 9.09  9.09  9.004e+38 0.000124  15444 
TS.triHPacyl.COelim.pmppmtpppd 1.462e+45 8.53  8.53  8.996e+38 0.000124  15445 
TS.triHPacyl.COelim.pttpmppppd 4.841e+44 7.87  7.87  8.984e+38 0.000124  15446 
TS.triHPacyl.COelim.mpptmmpppd 2.867e+44 7.56  7.56  8.974e+38 0.000124  15447 
TS.triHPacyl.COelim.mttpmmmpmd 6.169e+44 8.01  8.01  8.954e+38 0.000124  15448 
TS.triHPacyl.COelim.mttppmmmpd 2.544e+44 7.49  7.49  8.876e+38 0.000123  15449 
TS.triHPacyl.COelim.tpttpmpppd 1.515e+45 8.56  8.56  8.871e+38 0.000122  15450 
TS.triHPacyl.COelim.mmptppmmmd 4.581e+44 7.85  7.85  8.797e+38 0.000121  15451 
TS.triHPacyl.COelim.pmmtptpppd 1.197e+45 8.42  8.42  8.794e+38 0.000121  15452 
TS.triHPacyl.COelim.ttptpppmmd 4.222e+44 7.81  7.81  8.702e+38 0.00012   15453 
TS.triHPacyl.COelim.tpptmtmppd 5.138e+44 7.92  7.92  8.690e+38 0.00012   15454 
TS.triHPacyl.COelim.ttttpmmppd 5.169e+44 7.93  7.93  8.688e+38 0.00012   15455 
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TS.triHPacyl.COelim.tmtmpmpmmd 9.858e+45 9.68  9.68  8.683e+38 0.00012   15456 
TS.triHPacyl.COelim.mmmmpttmpd 1.250e+44 7.08  7.08  8.635e+38 0.000119  15457 
TS.triHPacyl.COelim.mpmtptpmpd 8.402e+44 8.22  8.22  8.611e+38 0.000119  15458 
TS.triHPacyl.COelim.mmmmmmtmpd 1.673e+45 8.64  8.64  8.543e+38 0.000118  15459 
TS.triHPacyl.COelim.ptptpptppd 2.596e+44 7.53  7.53  8.530e+38 0.000118  15460 
TS.triHPacyl.COelim.pmptmmmppd 5.726e+44 8.00  8.00  8.505e+38 0.000117  15461 
TS.triHPacyl.COelim.mmtmmmtmmd 2.350e+45 8.84  8.84  8.473e+38 0.000117  15462 
TS.triHPacyl.COelim.mmtpmmtmmd 1.014e+45 8.35  8.35  8.440e+38 0.000117  15463 
TS.triHPacyl.COelim.mpmtpppppd 3.912e+44 7.78  7.78  8.436e+38 0.000116  15464 
TS.triHPacyl.COelim.mpppmpmmmd 7.045e+44 8.13  8.13  8.400e+38 0.000116  15465 
TS.triHPacyl.COelim.tmtppptmpd 1.159e+45 8.43  8.43  8.381e+38 0.000116  15466 
TS.triHPacyl.COelim.ppmppptmpd 5.987e+44 8.04  8.04  8.344e+38 0.000115  15467 
TS.triHPacyl.COelim.ppmtpptppd 2.721e+45 8.94  8.94  8.288e+38 0.000114  15468 
TS.triHPacyl.COelim.tttmmtpppd 2.428e+44 7.50  7.50  8.282e+38 0.000114  15469 
TS.triHPacyl.COelim.mptmmtpmpd 5.843e+44 8.03  8.03  8.228e+38 0.000114  15470 
TS.triHPacyl.COelim.ttmtpppmpd 4.104e+44 7.82  7.82  8.219e+38 0.000113  15471 
TS.triHPacyl.COelim.mmppmtmpmd 1.021e+44 7.00  7.00  8.189e+38 0.000113  15472 
TS.triHPacyl.COelim.mmtmmmtmpd 1.322e+45 8.53  8.53  8.136e+38 0.000112  15473 
TS.triHPacyl.COelim.mptmmtmppd 2.452e+44 7.52  7.52  8.110e+38 0.000112  15474 
TS.triHPacyl.COelim.mtppppppmd 5.736e+43 6.66  6.66  8.096e+38 0.000112  15475 
TS.triHPacyl.COelim.tppmmpppmd 2.590e+44 7.56  7.56  8.093e+38 0.000112  15476 
TS.triHPacyl.COelim.mpttmmtpmd 1.478e+45 8.60  8.60  8.034e+38 0.000111  15477 
TS.triHPacyl.COelim.mpmmmttppd 3.197e+44 7.69  7.69  8.016e+38 0.000111  15478 
TS.triHPacyl.COelim.ttttmmmmmd 1.953e+44 7.40  7.40  7.946e+38 0.00011   15479 
TS.triHPacyl.COelim.ptmtpptpmd 5.943e+44 8.07  8.07  7.921e+38 0.000109  15480 
TS.triHPacyl.COelim.ptmmmtppmd 7.346e+44 8.19  8.19  7.910e+38 0.000109  15481 
TS.triHPacyl.COelim.mmmmpttmmd 7.580e+44 8.21  8.21  7.868e+38 0.000109  15482 
TS.triHPacyl.COelim.mmpmptmppd 9.971e+43 7.01  7.01  7.863e+38 0.000109  15483 
TS.triHPacyl.COelim.mpppppmmmd 6.675e+43 6.77  6.77  7.810e+38 0.000108  15484 
TS.triHPacyl.COelim.pmmpptmmmd 1.517e+43 5.89  5.89  7.739e+38 0.000107  15485 
TS.triHPacyl.COelim.tppppmmmmd 9.230e+43 6.97  6.97  7.727e+38 0.000107  15486 
TS.triHPacyl.COelim.ptptmpmpmd 1.036e+44 7.04  7.04  7.718e+38 0.000107  15487 
TS.triHPacyl.COelim.mtmmpmmmmd 8.559e+44 8.30  8.30  7.677e+38 0.000106  15488 
TS.triHPacyl.COelim.ptttppmmmd 9.021e+43 6.96  6.96  7.668e+38 0.000106  15489 
TS.triHPacyl.COelim.pttmmppmpd 9.045e+43 6.96  6.96  7.635e+38 0.000105  15490 
TS.triHPacyl.COelim.ttmtmttpmd 7.029e+44 8.19  8.19  7.614e+38 0.000105  15491 
TS.triHPacyl.COelim.mtmpppmpmd 1.017e+44 7.04  7.04  7.581e+38 0.000105  15492 
TS.triHPacyl.COelim.pppmmmppmd 1.608e+44 7.31  7.31  7.562e+38 0.000104  15493 
TS.triHPacyl.COelim.mmmmmmtppd 6.806e+44 8.17  8.17  7.557e+38 0.000104  15494 
TS.triHPacyl.COelim.tpptpptpmd 2.050e+45 8.83  8.83  7.551e+38 0.000104  15495 
TS.triHPacyl.COelim.mmttpmpppd 6.607e+45 9.53  9.53  7.545e+38 0.000104  15496 
TS.triHPacyl.COelim.tpttmmtmmd 7.888e+45 9.64  9.64  7.541e+38 0.000104  15497 
TS.triHPacyl.COelim.mmtpmmtmpd 3.265e+44 7.74  7.74  7.476e+38 0.000103  15498 
TS.triHPacyl.COelim.tpptpmtmpd 2.680e+45 9.00  9.00  7.448e+38 0.000103  15499 
TS.triHPacyl.COelim.ttptmmtmmd 5.327e+44 8.04  8.04  7.448e+38 0.000103  15500 
TS.triHPacyl.COelim.mptppmtmmd 7.748e+44 8.26  8.26  7.406e+38 0.000102  15501 
TS.triHPacyl.COelim.tttppppmpd 2.021e+45 8.84  8.84  7.308e+38 0.000101  15502 
TS.triHPacyl.COelim.mmtmpmpppd 6.327e+44 8.15  8.15  7.291e+38 0.000101  15503 
TS.triHPacyl.COelim.tttmptmpmd 5.203e+44 8.04  8.04  7.215e+38 9.96e-05  15504 
TS.triHPacyl.COelim.pmptpmtppd 1.088e+44 7.11  7.11  7.197e+38 9.94e-05  15505 
TS.triHPacyl.COelim.mpmmmppppd 1.700e+44 7.38  7.38  7.185e+38 9.92e-05  15506 
TS.triHPacyl.COelim.pmttpppmpd 4.479e+44 7.96  7.96  7.142e+38 9.86e-05  15507 
TS.triHPacyl.COelim.mpmmptpmmd 7.356e+43 6.88  6.88  7.139e+38 9.86e-05  15508 
TS.triHPacyl.COelim.pmttptpmpd 3.089e+44 7.74  7.74  7.138e+38 9.86e-05  15509 
TS.triHPacyl.COelim.pmptptmmmd 1.894e+44 7.45  7.45  7.131e+38 9.85e-05  15510 
TS.triHPacyl.COelim.ptptpppmmd 1.262e+44 7.21  7.21  7.040e+38 9.72e-05  15511 
TS.triHPacyl.COelim.pmptptmpmd 8.898e+43 7.01  7.01  6.954e+38 9.6e-05   15512 
TS.triHPacyl.COelim.mtmtpppmpd 1.203e+44 7.19  7.19  6.946e+38 9.59e-05  15513 
TS.triHPacyl.COelim.tmmtpptpmd 7.305e+44 8.27  8.27  6.933e+38 9.57e-05  15514 
TS.triHPacyl.COelim.tpmtmttpmd 9.386e+45 9.79  9.79  6.883e+38 9.5e-05   15515 
TS.triHPacyl.COelim.tmppmmmppd 9.883e+43 7.08  7.08  6.870e+38 9.49e-05  15516 
TS.triHPacyl.COelim.mpmtpmtmmd 1.893e+45 8.84  8.84  6.863e+38 9.48e-05  15517 
TS.triHPacyl.COelim.mpmppmppmd 9.940e+43 7.09  7.09  6.812e+38 9.41e-05  15518 
TS.triHPacyl.COelim.ttppmtmmpd 4.228e+43 6.58  6.58  6.808e+38 9.4e-05   15519 
TS.triHPacyl.COelim.ptppmptppd 9.986e+43 7.09  7.09  6.791e+38 9.38e-05  15520 
TS.triHPacyl.COelim.mpttmptpmd 1.242e+45 8.60  8.60  6.764e+38 9.34e-05  15521 
TS.triHPacyl.COelim.ptmmmttpmd 5.049e+44 8.06  8.06  6.762e+38 9.34e-05  15522 
TS.triHPacyl.COelim.tpptmmmmmd 4.699e+44 8.02  8.02  6.760e+38 9.33e-05  15523 
TS.triHPacyl.COelim.tpmtmttmmd 1.410e+45 8.67  8.67  6.757e+38 9.33e-05  15524 
TS.triHPacyl.COelim.ptmmmtpppd 8.157e+44 8.35  8.35  6.736e+38 9.3e-05   15525 
TS.triHPacyl.COelim.mtmtptpmmd 2.893e+44 7.74  7.74  6.696e+38 9.25e-05  15526 
TS.triHPacyl.COelim.tptmmmtmmd 1.524e+45 8.73  8.73  6.653e+38 9.19e-05  15527 
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TS.triHPacyl.COelim.tmppmmpmpd 8.788e+43 7.03  7.03  6.648e+38 9.18e-05  15528 
TS.triHPacyl.COelim.ptttpppmpd 3.409e+44 7.84  7.84  6.633e+38 9.16e-05  15529 
TS.triHPacyl.COelim.tmttmttmmd 2.043e+45 8.91  8.91  6.626e+38 9.15e-05  15530 
TS.triHPacyl.COelim.mmmmmttppd 5.769e+44 8.15  8.15  6.624e+38 9.15e-05  15531 
TS.triHPacyl.COelim.mttppppmpd 2.094e+44 7.55  7.55  6.614e+38 9.13e-05  15532 
TS.triHPacyl.COelim.ttmmpmtmmd 1.370e+45 8.67  8.67  6.596e+38 9.11e-05  15533 
TS.triHPacyl.COelim.mpptmmpmpd 4.068e+44 7.95  7.95  6.576e+38 9.08e-05  15534 
TS.triHPacyl.COelim.ptttmmmmmd 3.358e+44 7.84  7.84  6.518e+38 9e-05     15535 
TS.triHPacyl.COelim.tmmtptmppd 1.241e+45 8.62  8.62  6.514e+38 8.99e-05  15536 
TS.triHPacyl.COelim.tttppptmmd 3.681e+44 7.90  7.90  6.511e+38 8.99e-05  15537 
TS.triHPacyl.COelim.pmmtmppmmd 3.168e+43 6.44  6.44  6.441e+38 8.89e-05  15538 
TS.triHPacyl.COelim.pmppmttmpd 2.576e+44 7.69  7.69  6.399e+38 8.84e-05  15539 
TS.triHPacyl.COelim.ptttpmpmpd 8.446e+44 8.40  8.40  6.383e+38 8.81e-05  15540 
TS.triHPacyl.COelim.mtmtpppmmd 1.799e+44 7.48  7.48  6.354e+38 8.77e-05  15541 
TS.triHPacyl.COelim.tpttpmppmd 1.667e+45 8.81  8.81  6.351e+38 8.77e-05  15542 
TS.triHPacyl.COelim.tttmmmpppd 2.550e+44 7.69  7.69  6.343e+38 8.76e-05  15543 
TS.triHPacyl.COelim.mmmtmpmpmd 8.664e+43 7.05  7.05  6.293e+38 8.69e-05  15544 
TS.triHPacyl.COelim.mpptmmtppd 2.040e+45 8.94  8.94  6.270e+38 8.66e-05  15545 
TS.triHPacyl.COelim.ttmtmtpppd 3.897e+45 9.33  9.33  6.266e+38 8.65e-05  15546 
TS.triHPacyl.COelim.tmmtptmmpd 2.234e+45 9.00  9.00  6.247e+38 8.63e-05  15547 
TS.triHPacyl.COelim.mmmtmtmppd 6.383e+44 8.25  8.25  6.225e+38 8.59e-05  15548 
TS.triHPacyl.COelim.mmpmmmpmpd 5.028e+43 6.74  6.74  6.175e+38 8.53e-05  15549 
TS.triHPacyl.COelim.tmttpmtmmd 1.543e+46 10.16 10.16 6.168e+38 8.52e-05  15550 
TS.triHPacyl.COelim.ttpmmpmppd 2.976e+43 6.43  6.43  6.166e+38 8.51e-05  15551 
TS.triHPacyl.COelim.tmpmpmpppd 2.988e+44 7.80  7.80  6.165e+38 8.51e-05  15552 
TS.triHPacyl.COelim.ptpppptmpd 3.192e+44 7.84  7.84  6.163e+38 8.51e-05  15553 
TS.triHPacyl.COelim.pmttmttmpd 7.390e+45 9.72  9.72  6.111e+38 8.44e-05  15554 
TS.triHPacyl.COelim.mpttmmmmmd 1.430e+45 8.75  8.75  5.994e+38 8.28e-05  15555 
TS.triHPacyl.COelim.pmppptpmpd 6.320e+43 6.90  6.90  5.994e+38 8.28e-05  15556 
TS.triHPacyl.COelim.mmttmmtppd 1.133e+45 8.62  8.62  5.980e+38 8.26e-05  15557 
TS.triHPacyl.COelim.ptttpmmpmd 8.031e+44 8.42  8.42  5.914e+38 8.17e-05  15558 
TS.triHPacyl.COelim.tpmtpptmpd 3.631e+45 9.32  9.32  5.900e+38 8.15e-05  15559 
TS.triHPacyl.COelim.mpttmpmmmd 1.280e+45 8.70  8.70  5.865e+38 8.1e-05   15560 
TS.triHPacyl.COelim.tpmmppppmd 4.785e+44 8.12  8.12  5.767e+38 7.96e-05  15561 
TS.triHPacyl.COelim.mmmpmmmppd 2.802e+44 7.81  7.81  5.750e+38 7.94e-05  15562 
TS.triHPacyl.COelim.ppmmppppmd 4.888e+44 8.14  8.14  5.710e+38 7.88e-05  15563 
TS.triHPacyl.COelim.mmtmptpppd 1.115e+45 8.64  8.64  5.696e+38 7.86e-05  15564 
TS.triHPacyl.COelim.ttppmtpmpd 7.573e+43 7.03  7.03  5.693e+38 7.86e-05  15565 
TS.triHPacyl.COelim.tmppmtmppd 1.110e+44 7.26  7.26  5.682e+38 7.85e-05  15566 
TS.triHPacyl.COelim.ttppmmmmpd 5.091e+43 6.81  6.81  5.615e+38 7.75e-05  15567 
TS.triHPacyl.COelim.mmptpmpmpd 1.521e+44 7.46  7.46  5.592e+38 7.72e-05  15568 
TS.triHPacyl.COelim.mmmmmtpppd 1.123e+45 8.66  8.66  5.553e+38 7.67e-05  15569 
TS.triHPacyl.COelim.ttmpmmtmpd 4.530e+44 8.12  8.12  5.548e+38 7.66e-05  15570 
TS.triHPacyl.COelim.pttmppmmmd 7.581e+43 7.05  7.05  5.546e+38 7.66e-05  15571 
TS.triHPacyl.COelim.tttmpmmpmd 3.723e+44 8.00  8.00  5.543e+38 7.65e-05  15572 
TS.triHPacyl.COelim.pmtmptpmmd 2.047e+44 7.65  7.65  5.447e+38 7.52e-05  15573 
TS.triHPacyl.COelim.tmpppttmmd 1.522e+45 8.85  8.85  5.424e+38 7.49e-05  15574 
TS.triHPacyl.COelim.mpmmmpppmd 4.108e+44 8.07  8.07  5.418e+38 7.48e-05  15575 
TS.triHPacyl.COelim.tmpmmmpmmd 2.360e+44 7.74  7.74  5.409e+38 7.47e-05  15576 
TS.triHPacyl.COelim.tmtmpppmmd 1.267e+46 10.12 10.12 5.372e+38 7.42e-05  15577 
TS.triHPacyl.COelim.mmmmpmpmpd 7.330e+43 7.05  7.05  5.371e+38 7.42e-05  15578 
TS.triHPacyl.COelim.ptmmmmppmd 2.223e+44 7.71  7.71  5.365e+38 7.41e-05  15579 
TS.triHPacyl.COelim.mptpmmppmd 1.696e+45 8.92  8.92  5.358e+38 7.4e-05   15580 
TS.triHPacyl.COelim.mpptmptppd 1.339e+45 8.79  8.79  5.290e+38 7.3e-05   15581 
TS.triHPacyl.COelim.mttmpmpppd 6.265e+44 8.34  8.34  5.289e+38 7.3e-05   15582 
TS.triHPacyl.COelim.pmppmmmppd 1.557e+44 7.51  7.51  5.245e+38 7.24e-05  15583 
TS.triHPacyl.COelim.ttmmpttmmd 1.038e+45 8.64  8.64  5.238e+38 7.23e-05  15584 
TS.triHPacyl.COelim.ptmppptmpd 6.111e+44 8.33  8.33  5.200e+38 7.18e-05  15585 
TS.triHPacyl.COelim.mpptpmppmd 3.239e+44 7.96  7.96  5.153e+38 7.12e-05  15586 
TS.triHPacyl.COelim.pttpmtpmpd 2.121e+44 7.71  7.71  5.151e+38 7.11e-05  15587 
TS.triHPacyl.COelim.ttpppppmpd 3.512e+44 8.01  8.01  5.146e+38 7.1e-05   15588 
TS.triHPacyl.COelim.tmpppmtmmd 1.045e+45 8.66  8.66  5.103e+38 7.05e-05  15589 
TS.triHPacyl.COelim.mpptmmtmpd 1.552e+45 8.90  8.90  5.078e+38 7.01e-05  15590 
TS.triHPacyl.COelim.pttmmmpppd 4.372e+44 8.15  8.15  5.071e+38 7e-05     15591 
TS.triHPacyl.COelim.pmmtppmmpd 3.016e+44 7.93  7.93  5.034e+38 6.95e-05  15592 
TS.triHPacyl.COelim.tmppmtpmpd 8.386e+43 7.17  7.17  5.029e+38 6.94e-05  15593 
TS.triHPacyl.COelim.pmppmmpmpd 2.858e+44 7.90  7.90  5.024e+38 6.94e-05  15594 
TS.triHPacyl.COelim.pmptppmpmd 1.094e+44 7.33  7.33  5.023e+38 6.94e-05  15595 
TS.triHPacyl.COelim.mtmmmmtmmd 7.033e+45 9.82  9.82  4.978e+38 6.87e-05  15596 
TS.triHPacyl.COelim.pmmpmpmmmd 2.728e+43 6.52  6.52  4.875e+38 6.73e-05  15597 
TS.triHPacyl.COelim.ptmtmtpmpd 6.295e+44 8.39  8.39  4.871e+38 6.73e-05  15598 
TS.triHPacyl.COelim.tpmtmptmpd 4.321e+45 9.54  9.54  4.840e+38 6.68e-05  15599 
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TS.triHPacyl.COelim.ptppmptmmd 6.454e+43 7.04  7.04  4.803e+38 6.63e-05  15600 
TS.triHPacyl.COelim.mmmmpmtppd 3.079e+44 7.97  7.97  4.785e+38 6.61e-05  15601 
TS.triHPacyl.COelim.tppmpmmmmd 3.894e+44 8.11  8.11  4.782e+38 6.6e-05   15602 
TS.triHPacyl.COelim.tmptpptppd 6.750e+44 8.44  8.44  4.772e+38 6.59e-05  15603 
TS.triHPacyl.COelim.tmmtpttpmd 3.396e+45 9.41  9.41  4.751e+38 6.56e-05  15604 
TS.triHPacyl.COelim.pmptmtmppd 9.091e+44 8.62  8.62  4.751e+38 6.56e-05  15605 
TS.triHPacyl.COelim.pmmppttppd 3.320e+44 8.03  8.03  4.713e+38 6.51e-05  15606 
TS.triHPacyl.COelim.mptpmppppd 6.887e+44 8.46  8.46  4.710e+38 6.5e-05   15607 
TS.triHPacyl.COelim.pmmtmpmpmd 6.990e+43 7.10  7.10  4.691e+38 6.48e-05  15608 
TS.triHPacyl.COelim.mpmtpmpmmd 2.158e+44 7.77  7.77  4.689e+38 6.47e-05  15609 
TS.triHPacyl.COelim.pttmmmppmd 4.862e+44 8.26  8.26  4.679e+38 6.46e-05  15610 
TS.triHPacyl.COelim.ttmpmmpmpd 1.224e+44 7.44  7.44  4.674e+38 6.45e-05  15611 
TS.triHPacyl.COelim.mtpmppmppd 2.929e+43 6.59  6.59  4.642e+38 6.41e-05  15612 
TS.triHPacyl.COelim.mmmmmtpmmd 2.611e+44 7.90  7.90  4.618e+38 6.38e-05  15613 
TS.triHPacyl.COelim.mptpppppmd 1.013e+45 8.71  8.71  4.588e+38 6.33e-05  15614 
TS.triHPacyl.COelim.mptpmppmmd 2.071e+45 9.14  9.14  4.564e+38 6.3e-05   15615 
TS.triHPacyl.COelim.ptpmpttpmd 3.948e+43 6.78  6.78  4.550e+38 6.28e-05  15616 
TS.triHPacyl.COelim.ttttpmmpmd 1.095e+45 8.76  8.76  4.533e+38 6.26e-05  15617 
TS.triHPacyl.COelim.mmmppptpmd 7.488e+43 7.17  7.17  4.506e+38 6.22e-05  15618 
TS.triHPacyl.COelim.pttppttmpd 5.799e+44 8.39  8.39  4.500e+38 6.21e-05  15619 
TS.triHPacyl.COelim.tmmtmppmpd 2.264e+44 7.83  7.83  4.492e+38 6.2e-05   15620 
TS.triHPacyl.COelim.tpptppmmpd 1.907e+45 9.10  9.10  4.488e+38 6.2e-05   15621 
TS.triHPacyl.COelim.mmttmmmpmd 3.406e+45 9.45  9.45  4.471e+38 6.17e-05  15622 
TS.triHPacyl.COelim.mttpmtmppd 8.604e+44 8.63  8.63  4.467e+38 6.17e-05  15623 
TS.triHPacyl.COelim.tpmpmmtmpd 5.132e+44 8.32  8.32  4.437e+38 6.13e-05  15624 
TS.triHPacyl.COelim.mmttmtmppd 2.109e+45 9.17  9.17  4.427e+38 6.11e-05  15625 
TS.triHPacyl.COelim.mptmppmppd 2.500e+44 7.90  7.90  4.424e+38 6.11e-05  15626 
TS.triHPacyl.COelim.mmmmmtpmpd 5.215e+43 6.96  6.96  4.411e+38 6.09e-05  15627 
TS.triHPacyl.COelim.tmmtmppmmd 6.191e+43 7.07  7.07  4.406e+38 6.08e-05  15628 
TS.triHPacyl.COelim.ttttmtmmpd 2.563e+44 7.91  7.91  4.403e+38 6.08e-05  15629 
TS.triHPacyl.COelim.ttptmttppd 4.123e+44 8.20  8.20  4.386e+38 6.06e-05  15630 
TS.triHPacyl.COelim.mpptmmmmpd 2.701e+44 7.95  7.95  4.368e+38 6.03e-05  15631 
TS.triHPacyl.COelim.ptmtptmmmd 5.642e+44 8.39  8.39  4.361e+38 6.02e-05  15632 
TS.triHPacyl.COelim.tpptptmmmd 1.944e+45 9.13  9.13  4.353e+38 6.01e-05  15633 
TS.triHPacyl.COelim.mmmppmmppd 3.182e+44 8.05  8.05  4.321e+38 5.97e-05  15634 
TS.triHPacyl.COelim.mtmmpmmmpd 7.920e+44 8.60  8.60  4.308e+38 5.95e-05  15635 
TS.triHPacyl.COelim.ptmtmmtppd 1.157e+45 8.83  8.83  4.293e+38 5.93e-05  15636 
TS.triHPacyl.COelim.mmtmpmmpmd 3.011e+45 9.41  9.41  4.232e+38 5.84e-05  15637 
TS.triHPacyl.COelim.ptmtmmtpmd 1.555e+45 9.02  9.02  4.202e+38 5.8e-05   15638 
TS.triHPacyl.COelim.pmmtpttpmd 1.122e+44 7.45  7.45  4.199e+38 5.8e-05   15639 
TS.triHPacyl.COelim.ttmtppmpmd 1.262e+44 7.52  7.52  4.193e+38 5.79e-05  15640 
TS.triHPacyl.COelim.pmmmmmtmpd 1.425e+44 7.60  7.60  4.141e+38 5.72e-05  15641 
TS.triHPacyl.COelim.mmppmmmpmd 1.597e+44 7.67  7.67  4.103e+38 5.67e-05  15642 
TS.triHPacyl.COelim.ttpmmttmpd 5.474e+43 7.04  7.04  4.069e+38 5.62e-05  15643 
TS.triHPacyl.COelim.mmtppmpmpd 1.607e+45 9.06  9.06  4.060e+38 5.61e-05  15644 
TS.triHPacyl.COelim.tmmtpttmmd 2.792e+45 9.39  9.39  4.059e+38 5.6e-05   15645 
TS.triHPacyl.COelim.tpmmmmmpmd 2.244e+45 9.26  9.26  4.057e+38 5.6e-05   15646 
TS.triHPacyl.COelim.mtpmmppmpd 1.577e+44 7.68  7.68  4.031e+38 5.57e-05  15647 
TS.triHPacyl.COelim.pmmtmpmmmd 6.858e+43 7.19  7.19  3.994e+38 5.51e-05  15648 
TS.triHPacyl.COelim.ptttmptpmd 2.715e+44 8.01  8.01  3.983e+38 5.5e-05   15649 
TS.triHPacyl.COelim.mpptmmmppd 2.657e+44 8.00  8.00  3.979e+38 5.49e-05  15650 
TS.triHPacyl.COelim.pmtppttmpd 7.513e+44 8.62  8.62  3.977e+38 5.49e-05  15651 
TS.triHPacyl.COelim.ttpmmtmppd 2.893e+43 6.68  6.68  3.957e+38 5.46e-05  15652 
TS.triHPacyl.COelim.pppmppmpmd 2.147e+44 7.87  7.87  3.954e+38 5.46e-05  15653 
TS.triHPacyl.COelim.mpptmpmmpd 2.187e+44 7.88  7.88  3.951e+38 5.45e-05  15654 
TS.triHPacyl.COelim.pmmmmttmpd 8.243e+43 7.31  7.31  3.924e+38 5.42e-05  15655 
TS.triHPacyl.COelim.pmmpppmmmd 2.081e+44 7.86  7.86  3.921e+38 5.41e-05  15656 
TS.triHPacyl.COelim.tttppttmmd 2.343e+44 7.93  7.93  3.905e+38 5.39e-05  15657 
TS.triHPacyl.COelim.mmmmpppmmd 2.169e+44 7.89  7.89  3.903e+38 5.39e-05  15658 
TS.triHPacyl.COelim.tpptppmmmd 3.862e+45 9.61  9.61  3.886e+38 5.36e-05  15659 
TS.triHPacyl.COelim.ttptmtmmmd 1.185e+44 7.53  7.53  3.869e+38 5.34e-05  15660 
TS.triHPacyl.COelim.mmmmpttppd 1.631e+44 7.73  7.73  3.787e+38 5.23e-05  15661 
TS.triHPacyl.COelim.tmttpttmpd 5.301e+45 9.81  9.81  3.785e+38 5.23e-05  15662 
TS.triHPacyl.COelim.mmmmmmpmpd 9.193e+43 7.40  7.40  3.763e+38 5.2e-05   15663 
TS.triHPacyl.COelim.ptttptmpmd 4.054e+44 8.28  8.28  3.745e+38 5.17e-05  15664 
TS.triHPacyl.COelim.mmmpmtmppd 3.924e+44 8.27  8.27  3.740e+38 5.16e-05  15665 
TS.triHPacyl.COelim.pmmtpptmpd 7.985e+44 8.69  8.69  3.702e+38 5.11e-05  15666 
TS.triHPacyl.COelim.ttppptpmpd 3.983e+44 8.28  8.28  3.693e+38 5.1e-05   15667 
TS.triHPacyl.COelim.mpppmmtmpd 2.783e+45 9.45  9.45  3.663e+38 5.06e-05  15668 
TS.triHPacyl.COelim.mttpmttpmd 3.447e+44 8.21  8.21  3.633e+38 5.02e-05  15669 
TS.triHPacyl.COelim.mpmmmtpppd 1.560e+44 7.73  7.73  3.629e+38 5.01e-05  15670 
TS.triHPacyl.COelim.tpmtmttmpd 1.477e+45 9.07  9.07  3.629e+38 5.01e-05  15671 
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TS.triHPacyl.COelim.mpmpptmpmd 4.066e+43 6.93  6.93  3.628e+38 5.01e-05  15672 
TS.triHPacyl.COelim.tppmpptpmd 6.002e+44 8.54  8.54  3.620e+38 5e-05     15673 
TS.triHPacyl.COelim.mmmmmttmpd 7.293e+44 8.66  8.66  3.611e+38 4.99e-05  15674 
TS.triHPacyl.COelim.ptmtpmmpmd 1.798e+44 7.82  7.82  3.601e+38 4.97e-05  15675 
TS.triHPacyl.COelim.ptptptmpmd 2.415e+44 8.00  8.00  3.601e+38 4.97e-05  15676 
TS.triHPacyl.COelim.tpmtpttmpd 3.476e+45 9.59  9.59  3.576e+38 4.94e-05  15677 
TS.triHPacyl.COelim.pmmtptppmd 1.201e+44 7.59  7.59  3.575e+38 4.94e-05  15678 
TS.triHPacyl.COelim.ttpmptpmpd 1.063e+44 7.52  7.52  3.564e+38 4.92e-05  15679 
TS.triHPacyl.COelim.mmtmmmmpmd 2.393e+45 9.38  9.38  3.540e+38 4.89e-05  15680 
TS.triHPacyl.COelim.pmppmtpmpd 2.110e+44 7.93  7.93  3.509e+38 4.85e-05  15681 
TS.triHPacyl.COelim.pmpppmpmpd 6.129e+43 7.20  7.20  3.505e+38 4.84e-05  15682 
TS.triHPacyl.COelim.ptmpmpmpmd 6.574e+43 7.24  7.24  3.495e+38 4.83e-05  15683 
TS.triHPacyl.COelim.pmmtmpppmd 6.526e+43 7.25  7.25  3.439e+38 4.75e-05  15684 
TS.triHPacyl.COelim.tpmpppppmd 3.281e+44 8.21  8.21  3.438e+38 4.75e-05  15685 
TS.triHPacyl.COelim.mmmmppppmd 8.237e+44 8.76  8.76  3.427e+38 4.73e-05  15686 
TS.triHPacyl.COelim.pmmtpptppd 5.741e+44 8.55  8.55  3.414e+38 4.71e-05  15687 
TS.triHPacyl.COelim.mtmtmmmpmd 1.700e+45 9.20  9.20  3.401e+38 4.7e-05   15688 
TS.triHPacyl.COelim.pmttptpmmd 4.398e+44 8.39  8.39  3.401e+38 4.7e-05   15689 
TS.triHPacyl.COelim.pmtppptmpd 6.444e+44 8.62  8.62  3.388e+38 4.68e-05  15690 
TS.triHPacyl.COelim.tpttpttmmd 1.516e+46 10.50 10.50 3.384e+38 4.67e-05  15691 
TS.triHPacyl.COelim.mmtppmppmd 1.101e+45 8.94  8.94  3.375e+38 4.66e-05  15692 
TS.triHPacyl.COelim.tpmtmttppd 2.107e+45 9.33  9.33  3.358e+38 4.64e-05  15693 
TS.triHPacyl.COelim.pmtmpppmmd 2.035e+44 7.94  7.94  3.335e+38 4.6e-05   15694 
TS.triHPacyl.COelim.tpptpptmpd 1.442e+45 9.12  9.12  3.296e+38 4.55e-05  15695 
TS.triHPacyl.COelim.tpptpppppd 8.717e+44 8.82  8.82  3.295e+38 4.55e-05  15696 
TS.triHPacyl.COelim.pttpmmpmmd 6.179e+44 8.61  8.61  3.294e+38 4.55e-05  15697 
TS.triHPacyl.COelim.mptpmmpppd 7.694e+44 8.74  8.74  3.289e+38 4.54e-05  15698 
TS.triHPacyl.COelim.ttttptmpmd 9.309e+44 8.86  8.86  3.287e+38 4.54e-05  15699 
TS.triHPacyl.COelim.mttpmtpmmd 4.411e+44 8.41  8.41  3.280e+38 4.53e-05  15700 
TS.triHPacyl.COelim.mtttpmpppd 2.028e+45 9.32  9.32  3.280e+38 4.53e-05  15701 
TS.triHPacyl.COelim.ptpmptmppd 4.301e+43 7.03  7.03  3.275e+38 4.52e-05  15702 
TS.triHPacyl.COelim.pmmtmtmppd 5.158e+44 8.51  8.51  3.266e+38 4.51e-05  15703 
TS.triHPacyl.COelim.mmmtmtmpmd 2.825e+44 8.15  8.15  3.266e+38 4.51e-05  15704 
TS.triHPacyl.COelim.ttptmmtppd 5.460e+44 8.54  8.54  3.260e+38 4.5e-05   15705 
TS.triHPacyl.COelim.tpppmmmppd 1.652e+44 7.84  7.84  3.235e+38 4.47e-05  15706 
TS.triHPacyl.COelim.mpppmptmpd 2.339e+45 9.42  9.42  3.216e+38 4.44e-05  15707 
TS.triHPacyl.COelim.mmpppttmmd 1.867e+44 7.91  7.91  3.205e+38 4.43e-05  15708 
TS.triHPacyl.COelim.ppmtpppppd 8.628e+44 8.83  8.83  3.191e+38 4.41e-05  15709 
TS.triHPacyl.COelim.mmtpmmpmmd 1.856e+44 7.92  7.92  3.166e+38 4.37e-05  15710 
TS.triHPacyl.COelim.ptttmmpppd 5.588e+44 8.58  8.58  3.160e+38 4.36e-05  15711 
TS.triHPacyl.COelim.ptmmppppmd 3.478e+44 8.29  8.29  3.156e+38 4.36e-05  15712 
TS.triHPacyl.COelim.pmttpppmmd 5.894e+44 8.61  8.61  3.132e+38 4.32e-05  15713 
TS.triHPacyl.COelim.ttmpmtpmpd 1.001e+44 7.56  7.56  3.106e+38 4.29e-05  15714 
TS.triHPacyl.COelim.ptppptmmpd 3.769e+43 6.99  6.99  3.037e+38 4.19e-05  15715 
TS.triHPacyl.COelim.ttttmmmmpd 2.733e+44 8.18  8.18  2.981e+38 4.12e-05  15716 
TS.triHPacyl.COelim.mpmtpptmmd 4.748e+44 8.52  8.52  2.974e+38 4.11e-05  15717 
TS.triHPacyl.COelim.pmptpmmmmd 1.683e+44 7.91  7.91  2.920e+38 4.03e-05  15718 
TS.triHPacyl.COelim.mtpmpmmppd 3.843e+43 7.03  7.03  2.885e+38 3.98e-05  15719 
TS.triHPacyl.COelim.tmpmmtpmmd 1.081e+44 7.65  7.65  2.883e+38 3.98e-05  15720 
TS.triHPacyl.COelim.ppppptmppd 1.402e+44 7.82  7.82  2.815e+38 3.89e-05  15721 
TS.triHPacyl.COelim.pmmtpttmmd 1.040e+44 7.65  7.65  2.786e+38 3.85e-05  15722 
TS.triHPacyl.COelim.ptpmpmmppd 3.369e+43 6.98  6.98  2.782e+38 3.84e-05  15723 
TS.triHPacyl.COelim.pmptmmtmpd 7.308e+44 8.81  8.81  2.770e+38 3.83e-05  15724 
TS.triHPacyl.COelim.ptmmmptmmd 5.450e+44 8.65  8.65  2.732e+38 3.77e-05  15725 
TS.triHPacyl.COelim.ttptmmmmpd 1.608e+44 7.92  7.92  2.719e+38 3.75e-05  15726 
TS.triHPacyl.COelim.tpmmmmppmd 3.622e+44 8.41  8.41  2.699e+38 3.73e-05  15727 
TS.triHPacyl.COelim.mmmmmppmmd 3.010e+44 8.31  8.31  2.663e+38 3.68e-05  15728 
TS.triHPacyl.COelim.mmtmmptmmd 4.503e+44 8.56  8.56  2.615e+38 3.61e-05  15729 
TS.triHPacyl.COelim.mmmmmmtpmd 2.236e+45 9.52  9.52  2.611e+38 3.61e-05  15730 
TS.triHPacyl.COelim.mmptmtmpmd 2.236e+44 8.15  8.15  2.593e+38 3.58e-05  15731 
TS.triHPacyl.COelim.mtpppptppd 1.183e+44 7.78  7.78  2.562e+38 3.54e-05  15732 
TS.triHPacyl.COelim.mmpmpmpmmd 3.449e+43 7.05  7.05  2.535e+38 3.5e-05   15733 
TS.triHPacyl.COelim.pmppmtmppd 2.389e+44 8.20  8.20  2.526e+38 3.49e-05  15734 
TS.triHPacyl.COelim.pmttmmtmpd 3.122e+45 9.74  9.74  2.512e+38 3.47e-05  15735 
TS.triHPacyl.COelim.tpmtmtppmd 1.010e+45 9.07  9.07  2.508e+38 3.46e-05  15736 
TS.triHPacyl.COelim.ttmpppmppd 2.996e+44 8.34  8.34  2.508e+38 3.46e-05  15737 
TS.triHPacyl.COelim.mtmmptppmd 1.125e+45 9.13  9.13  2.502e+38 3.45e-05  15738 
TS.triHPacyl.COelim.ptttmtmmmd 2.522e+44 8.24  8.24  2.488e+38 3.44e-05  15739 
TS.triHPacyl.COelim.ptmtpmpmmd 1.040e+44 7.73  7.73  2.452e+38 3.39e-05  15740 
TS.triHPacyl.COelim.mmtpptpmpd 1.578e+45 9.35  9.35  2.450e+38 3.38e-05  15741 
TS.triHPacyl.COelim.ttmtmmpppd 1.402e+45 9.28  9.28  2.439e+38 3.37e-05  15742 
TS.triHPacyl.COelim.mmmmpmtpmd 1.754e+45 9.41  9.41  2.433e+38 3.36e-05  15743 
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TS.triHPacyl.COelim.mmmppptmmd 6.818e+43 7.48  7.48  2.431e+38 3.36e-05  15744 
TS.triHPacyl.COelim.pptmmtmpmd 6.689e+44 8.84  8.84  2.416e+38 3.34e-05  15745 
TS.triHPacyl.COelim.ttppmmtmpd 3.805e+44 8.51  8.51  2.415e+38 3.33e-05  15746 
TS.triHPacyl.COelim.mpttmmtppd 1.738e+45 9.41  9.41  2.411e+38 3.33e-05  15747 
TS.triHPacyl.COelim.pttpmmtmmd 2.287e+44 8.21  8.21  2.399e+38 3.31e-05  15748 
TS.triHPacyl.COelim.tpmtmtmpmd 3.745e+45 9.87  9.87  2.398e+38 3.31e-05  15749 
TS.triHPacyl.COelim.mmmpmttpmd 5.454e+44 8.73  8.73  2.396e+38 3.31e-05  15750 
TS.triHPacyl.COelim.pmmtmmtmmd 2.777e+44 8.33  8.33  2.393e+38 3.3e-05   15751 
TS.triHPacyl.COelim.mtmmptmmmd 9.959e+44 9.10  9.10  2.357e+38 3.25e-05  15752 
TS.triHPacyl.COelim.mmmmmmtmmd 2.463e+45 9.64  9.64  2.346e+38 3.24e-05  15753 
TS.triHPacyl.COelim.pmmpmptmpd 2.970e+44 8.38  8.38  2.320e+38 3.2e-05   15754 
TS.triHPacyl.COelim.ptpmmptppd 6.609e+43 7.49  7.49  2.298e+38 3.17e-05  15755 
TS.triHPacyl.COelim.ptttmptppd 2.530e+44 8.30  8.30  2.291e+38 3.16e-05  15756 
TS.triHPacyl.COelim.mpppmppmpd 1.074e+45 9.16  9.16  2.288e+38 3.16e-05  15757 
TS.triHPacyl.COelim.mtpmpppppd 1.244e+44 7.88  7.88  2.264e+38 3.13e-05  15758 
TS.triHPacyl.COelim.mttpmmtmmd 7.654e+44 8.98  8.98  2.211e+38 3.05e-05  15759 
TS.triHPacyl.COelim.mmpmmtpmpd 4.613e+43 7.30  7.30  2.210e+38 3.05e-05  15760 
TS.triHPacyl.COelim.ptttppmmpd 1.328e+44 7.93  7.93  2.206e+38 3.05e-05  15761 
TS.triHPacyl.COelim.tpmmmpppmd 4.150e+44 8.62  8.62  2.198e+38 3.03e-05  15762 
TS.triHPacyl.COelim.mmpppppppd 1.143e+45 9.22  9.22  2.196e+38 3.03e-05  15763 
TS.triHPacyl.COelim.mpmtpmmpmd 1.647e+44 8.07  8.07  2.179e+38 3.01e-05  15764 
TS.triHPacyl.COelim.mmptmpmmpd 8.240e+44 9.03  9.03  2.174e+38 3e-05     15765 
TS.triHPacyl.COelim.mtmtmtpmpd 1.380e+45 9.35  9.35  2.143e+38 2.96e-05  15766 
TS.triHPacyl.COelim.mpmtptmpmd 1.135e+44 7.86  7.86  2.133e+38 2.95e-05  15767 
TS.triHPacyl.COelim.mpmppmpmmd 1.227e+44 7.91  7.91  2.120e+38 2.93e-05  15768 
TS.triHPacyl.COelim.ptpppmmmpd 3.601e+43 7.18  7.18  2.109e+38 2.91e-05  15769 
TS.triHPacyl.COelim.tmptmtpmpd 7.468e+43 7.62  7.62  2.104e+38 2.9e-05   15770 
TS.triHPacyl.COelim.pmmtptpmmd 1.416e+44 8.00  8.00  2.098e+38 2.9e-05   15771 
TS.triHPacyl.COelim.ptmtmtpmmd 7.588e+44 9.00  9.00  2.096e+38 2.89e-05  15772 
TS.triHPacyl.COelim.ttptmpmpmd 3.102e+44 8.47  8.47  2.089e+38 2.88e-05  15773 
TS.triHPacyl.COelim.ptttmmppmd 6.573e+44 8.92  8.92  2.084e+38 2.88e-05  15774 
TS.triHPacyl.COelim.mtttppmmmd 1.086e+45 9.22  9.22  2.082e+38 2.87e-05  15775 
TS.triHPacyl.COelim.mtppppmmmd 6.067e+43 7.50  7.50  2.074e+38 2.86e-05  15776 
TS.triHPacyl.COelim.mptpmmpmmd 1.047e+45 9.21  9.21  2.047e+38 2.83e-05  15777 
TS.triHPacyl.COelim.mmmpmttmmd 8.231e+44 9.07  9.07  2.037e+38 2.81e-05  15778 
TS.triHPacyl.COelim.tmpmmmtpmd 2.859e+44 8.44  8.44  2.015e+38 2.78e-05  15779 
TS.triHPacyl.COelim.mtttpmppmd 2.054e+45 9.63  9.63  1.978e+38 2.73e-05  15780 
TS.triHPacyl.COelim.mmmppppmmd 5.737e+43 7.50  7.50  1.968e+38 2.72e-05  15781 
TS.triHPacyl.COelim.tpmtmmppmd 6.426e+44 8.94  8.94  1.958e+38 2.7e-05   15782 
TS.triHPacyl.COelim.pmmmmppmpd 1.438e+44 8.06  8.06  1.947e+38 2.69e-05  15783 
TS.triHPacyl.COelim.tpmtmptppd 2.963e+45 9.86  9.86  1.931e+38 2.67e-05  15784 
TS.triHPacyl.COelim.mpptmmtpmd 2.456e+45 9.76  9.76  1.906e+38 2.63e-05  15785 
TS.triHPacyl.COelim.mmmpptppmd 2.254e+44 8.34  8.34  1.901e+38 2.62e-05  15786 
TS.triHPacyl.COelim.tpmtmpmmpd 1.097e+45 9.28  9.28  1.893e+38 2.61e-05  15787 
TS.triHPacyl.COelim.mppmmmtpmd 1.956e+44 8.26  8.26  1.879e+38 2.59e-05  15788 
TS.triHPacyl.COelim.mtmmptpppd 9.771e+44 9.22  9.22  1.878e+38 2.59e-05  15789 
TS.triHPacyl.COelim.tmmtpmtppd 4.456e+45 10.13 10.13 1.849e+38 2.55e-05  15790 
TS.triHPacyl.COelim.tpmtmmtpmd 4.676e+45 10.17 10.17 1.833e+38 2.53e-05  15791 
TS.triHPacyl.COelim.pttmmpppmd 5.228e+44 8.87  8.87  1.815e+38 2.51e-05  15792 
TS.triHPacyl.COelim.mtmtmmpmmd 2.007e+45 9.68  9.68  1.790e+38 2.47e-05  15793 
TS.triHPacyl.COelim.mmttpmppmd 2.262e+45 9.75  9.75  1.772e+38 2.45e-05  15794 
TS.triHPacyl.COelim.ptmtmmpmpd 1.032e+45 9.29  9.29  1.748e+38 2.41e-05  15795 
TS.triHPacyl.COelim.tpmtpttppd 5.041e+45 10.24 10.24 1.742e+38 2.41e-05  15796 
TS.triHPacyl.COelim.ttppmttmpd 2.293e+44 8.41  8.41  1.722e+38 2.38e-05  15797 
TS.triHPacyl.COelim.tmpmmttpmd 2.223e+44 8.39  8.39  1.704e+38 2.35e-05  15798 
TS.triHPacyl.COelim.ptmtmmmmpd 8.026e+44 9.16  9.16  1.693e+38 2.34e-05  15799 
TS.triHPacyl.COelim.tpptmmmpmd 1.189e+45 9.40  9.40  1.691e+38 2.33e-05  15800 
TS.triHPacyl.COelim.ptpmpptpmd 4.525e+43 7.46  7.46  1.672e+38 2.31e-05  15801 
TS.triHPacyl.COelim.mttmpptppd 9.494e+43 7.90  7.90  1.665e+38 2.3e-05   15802 
TS.triHPacyl.COelim.mtttpmmmmd 6.557e+44 9.05  9.05  1.661e+38 2.29e-05  15803 
TS.triHPacyl.COelim.mtptppmmpd 8.441e+44 9.21  9.21  1.659e+38 2.29e-05  15804 
TS.triHPacyl.COelim.mtppptmmmd 3.675e+43 7.36  7.36  1.611e+38 2.22e-05  15805 
TS.triHPacyl.COelim.tppmppmmmd 4.513e+44 8.85  8.85  1.605e+38 2.22e-05  15806 
TS.triHPacyl.COelim.pttpmmtmpd 8.270e+44 9.21  9.21  1.603e+38 2.21e-05  15807 
TS.triHPacyl.COelim.pttmmmtmpd 4.603e+44 8.87  8.87  1.600e+38 2.21e-05  15808 
TS.triHPacyl.COelim.tppmmptmpd 4.523e+44 8.86  8.86  1.596e+38 2.2e-05   15809 
TS.triHPacyl.COelim.pmttmttmmd 2.565e+45 9.90  9.90  1.584e+38 2.19e-05  15810 
TS.triHPacyl.COelim.mtttptppmd 5.590e+45 10.36 10.36 1.576e+38 2.18e-05  15811 
TS.triHPacyl.COelim.ptpmmmpppd 1.209e+44 8.08  8.08  1.567e+38 2.16e-05  15812 
TS.triHPacyl.COelim.tmptmmtmmd 2.740e+45 9.94  9.94  1.563e+38 2.16e-05  15813 
TS.triHPacyl.COelim.mpptmmtmmd 3.063e+45 10.01 10.01 1.550e+38 2.14e-05  15814 
TS.triHPacyl.COelim.mpttmptppd 1.260e+45 9.49  9.49  1.546e+38 2.13e-05  15815 
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TS.triHPacyl.COelim.ttttmmpppd 1.366e+45 9.54  9.54  1.538e+38 2.12e-05  15816 
TS.triHPacyl.COelim.tmmpptmmpd 2.936e+44 8.62  8.62  1.534e+38 2.12e-05  15817 
TS.triHPacyl.COelim.ptpmmtmmmd 4.767e+43 7.54  7.54  1.531e+38 2.11e-05  15818 
TS.triHPacyl.COelim.pmptmttmpd 5.539e+44 9.01  9.01  1.509e+38 2.08e-05  15819 
TS.triHPacyl.COelim.mmptptpmmd 3.286e+44 8.70  8.70  1.507e+38 2.08e-05  15820 
TS.triHPacyl.COelim.mmttmtmpmd 2.882e+45 10.00 10.00 1.487e+38 2.05e-05  15821 
TS.triHPacyl.COelim.ttttmtpppd 1.251e+45 9.51  9.51  1.475e+38 2.04e-05  15822 
TS.triHPacyl.COelim.pttmptpmmd 2.202e+44 8.48  8.48  1.474e+38 2.04e-05  15823 
TS.triHPacyl.COelim.mmtmpppppd 6.141e+44 9.09  9.09  1.473e+38 2.03e-05  15824 
TS.triHPacyl.COelim.ttmtmtppmd 1.241e+45 9.51  9.51  1.461e+38 2.02e-05  15825 
TS.triHPacyl.COelim.mtmtpmpppd 1.995e+45 9.80  9.80  1.456e+38 2.01e-05  15826 
TS.triHPacyl.COelim.mttmmtmmpd 2.180e+44 8.48  8.48  1.451e+38 2e-05     15827 
TS.triHPacyl.COelim.ttptmtppmd 1.233e+45 9.51  9.51  1.444e+38 1.99e-05  15828 
TS.triHPacyl.COelim.mmpmpmppmd 2.968e+44 8.67  8.67  1.437e+38 1.98e-05  15829 
TS.triHPacyl.COelim.ptmtmmpmmd 1.117e+45 9.46  9.46  1.434e+38 1.98e-05  15830 
TS.triHPacyl.COelim.tmptmmtmpd 3.509e+45 10.14 10.14 1.431e+38 1.98e-05  15831 
TS.triHPacyl.COelim.ptmtmmmmmd 7.809e+44 9.25  9.25  1.428e+38 1.97e-05  15832 
TS.triHPacyl.COelim.tttpmttmpd 5.249e+44 9.01  9.01  1.424e+38 1.97e-05  15833 
TS.triHPacyl.COelim.mmmmmttmmd 1.391e+45 9.60  9.60  1.407e+38 1.94e-05  15834 
TS.triHPacyl.COelim.mtppppmmpd 1.357e+44 8.22  8.22  1.384e+38 1.91e-05  15835 
TS.triHPacyl.COelim.tpptptmpmd 3.699e+44 8.82  8.82  1.382e+38 1.91e-05  15836 
TS.triHPacyl.COelim.tmmtppppmd 3.631e+44 8.82  8.82  1.372e+38 1.89e-05  15837 
TS.triHPacyl.COelim.ptpmpmpmpd 1.912e+43 7.07  7.07  1.345e+38 1.86e-05  15838 
TS.triHPacyl.COelim.mmmpmtppmd 5.501e+44 9.08  9.08  1.338e+38 1.85e-05  15839 
TS.triHPacyl.COelim.tmttpptmpd 3.500e+45 10.18 10.18 1.337e+38 1.85e-05  15840 
TS.triHPacyl.COelim.mttpmtmpmd 2.784e+44 8.68  8.68  1.324e+38 1.83e-05  15841 
TS.triHPacyl.COelim.mptpmtmpmd 3.120e+44 8.75  8.75  1.321e+38 1.82e-05  15842 
TS.triHPacyl.COelim.pmttpttmmd 8.171e+45 10.70 10.70 1.319e+38 1.82e-05  15843 
TS.triHPacyl.COelim.pmptppmppd 5.685e+43 7.75  7.75  1.296e+38 1.79e-05  15844 
TS.triHPacyl.COelim.mtppmptmmd 2.397e+44 8.60  8.60  1.295e+38 1.79e-05  15845 
TS.triHPacyl.COelim.mtptmmpmmd 6.028e+44 9.15  9.15  1.293e+38 1.79e-05  15846 
TS.triHPacyl.COelim.tmttpptmmd 6.378e+45 10.56 10.56 1.289e+38 1.78e-05  15847 
TS.triHPacyl.COelim.mpptmptmmd 2.246e+45 9.95  9.95  1.276e+38 1.76e-05  15848 
TS.triHPacyl.COelim.mtttpmmmpd 1.025e+45 9.49  9.49  1.250e+38 1.73e-05  15849 
TS.triHPacyl.COelim.mmmmmttpmd 1.223e+45 9.60  9.60  1.247e+38 1.72e-05  15850 
TS.triHPacyl.COelim.ptptppmmpd 1.497e+44 8.35  8.35  1.236e+38 1.71e-05  15851 
TS.triHPacyl.COelim.mmppptmppd 1.624e+44 8.40  8.40  1.233e+38 1.7e-05   15852 
TS.triHPacyl.COelim.mtmtpmppmd 2.105e+45 9.93  9.93  1.232e+38 1.7e-05   15853 
TS.triHPacyl.COelim.mpmmppppmd 2.065e+44 8.56  8.56  1.194e+38 1.65e-05  15854 
TS.triHPacyl.COelim.ttttmmppmd 2.572e+45 10.07 10.07 1.186e+38 1.64e-05  15855 
TS.triHPacyl.COelim.ptttmmmmpd 2.989e+44 8.79  8.79  1.183e+38 1.63e-05  15856 
TS.triHPacyl.COelim.mtttpppmpd 1.640e+44 8.43  8.43  1.183e+38 1.63e-05  15857 
TS.triHPacyl.COelim.mtttmmpmpd 2.686e+45 10.10 10.10 1.178e+38 1.63e-05  15858 
TS.triHPacyl.COelim.tpmtptpmpd 9.158e+44 9.46  9.46  1.175e+38 1.62e-05  15859 
TS.triHPacyl.COelim.tmptmttmpd 2.943e+45 10.16 10.16 1.167e+38 1.61e-05  15860 
TS.triHPacyl.COelim.mtpmptmpmd 3.003e+43 7.43  7.43  1.153e+38 1.59e-05  15861 
TS.triHPacyl.COelim.ppmppppppd 4.356e+44 9.03  9.03  1.146e+38 1.58e-05  15862 
TS.triHPacyl.COelim.mmmtptpmmd 1.432e+44 8.37  8.37  1.138e+38 1.57e-05  15863 
TS.triHPacyl.COelim.mmmpppppmd 6.204e+43 7.88  7.88  1.137e+38 1.57e-05  15864 
TS.triHPacyl.COelim.mtpppmmmpd 1.476e+44 8.39  8.39  1.135e+38 1.57e-05  15865 
TS.triHPacyl.COelim.mttpmtmmmd 1.699e+44 8.48  8.48  1.133e+38 1.56e-05  15866 
TS.triHPacyl.COelim.mtttptpppd 3.120e+45 10.21 10.21 1.132e+38 1.56e-05  15867 
TS.triHPacyl.COelim.mtmtmtpmmd 1.965e+45 9.94  9.94  1.126e+38 1.55e-05  15868 
TS.triHPacyl.COelim.pmmpmmpmpd 1.070e+44 8.21  8.21  1.116e+38 1.54e-05  15869 
TS.triHPacyl.COelim.ptpmmmpmpd 3.735e+43 7.59  7.59  1.103e+38 1.52e-05  15870 
TS.triHPacyl.COelim.tpmtmtpppd 1.651e+45 9.85  9.85  1.101e+38 1.52e-05  15871 
TS.triHPacyl.COelim.mtmtmmmppd 9.676e+44 9.56  9.56  1.057e+38 1.46e-05  15872 
TS.triHPacyl.COelim.ptmtmttppd 6.984e+44 9.37  9.37  1.049e+38 1.45e-05  15873 
TS.triHPacyl.COelim.mmpmpmmpmd 1.110e+44 8.27  8.27  1.047e+38 1.45e-05  15874 
TS.triHPacyl.COelim.mpttmmmmpd 1.905e+45 9.97  9.97  1.044e+38 1.44e-05  15875 
TS.triHPacyl.COelim.tpptpmmpmd 1.739e+45 9.92  9.92  1.040e+38 1.44e-05  15876 
TS.triHPacyl.COelim.tpptppmpmd 3.863e+44 9.02  9.02  1.034e+38 1.43e-05  15877 
TS.triHPacyl.COelim.mptpmpmpmd 2.071e+45 10.03 10.03 1.030e+38 1.42e-05  15878 
TS.triHPacyl.COelim.ptptmptpmd 6.565e+44 9.34  9.34  1.026e+38 1.42e-05  15879 
TS.triHPacyl.COelim.mmmpmmtpmd 3.342e+44 8.94  8.94  1.022e+38 1.41e-05  15880 
TS.triHPacyl.COelim.mpppmtpmpd 4.654e+44 9.15  9.15  1.011e+38 1.4e-05   15881 
TS.triHPacyl.COelim.mpppmmpppd 6.826e+44 9.38  9.38  1.011e+38 1.4e-05   15882 
TS.triHPacyl.COelim.mppmmpmmmd 1.164e+44 8.32  8.32  1.007e+38 1.39e-05  15883 
TS.triHPacyl.COelim.mpmppttpmd 2.489e+44 8.78  8.78  9.974e+37 1.38e-05  15884 
TS.triHPacyl.COelim.mpmppptmmd 9.736e+43 8.23  8.23  9.884e+37 1.36e-05  15885 
TS.triHPacyl.COelim.ptmtmmtmpd 1.095e+45 9.67  9.67  9.867e+37 1.36e-05  15886 
TS.triHPacyl.COelim.mmmtptpmpd 2.468e+44 8.78  8.78  9.865e+37 1.36e-05  15887 
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TS.triHPacyl.COelim.mptmmmppmd 1.072e+45 9.66  9.66  9.813e+37 1.35e-05  15888 
TS.triHPacyl.COelim.ptmtmtmmpd 8.897e+44 9.55  9.55  9.810e+37 1.35e-05  15889 
TS.triHPacyl.COelim.mtttmmmppd 6.598e+44 9.38  9.38  9.757e+37 1.35e-05  15890 
TS.triHPacyl.COelim.mttpmttmmd 4.521e+44 9.15  9.15  9.709e+37 1.34e-05  15891 
TS.triHPacyl.COelim.mmppmmtppd 5.589e+44 9.28  9.28  9.708e+37 1.34e-05  15892 
TS.triHPacyl.COelim.pmmtpmtpmd 1.697e+44 8.57  8.57  9.632e+37 1.33e-05  15893 
TS.triHPacyl.COelim.mttmmmtmpd 1.389e+45 9.83  9.83  9.605e+37 1.33e-05  15894 
TS.triHPacyl.COelim.pmptmmpmpd 5.408e+44 9.27  9.27  9.587e+37 1.32e-05  15895 
TS.triHPacyl.COelim.mppmpmmmmd 2.723e+44 8.86  8.86  9.570e+37 1.32e-05  15896 
TS.triHPacyl.COelim.ptmtmmtmmd 1.588e+45 9.91  9.91  9.517e+37 1.31e-05  15897 
TS.triHPacyl.COelim.mmmtmmtmmd 1.143e+46 11.09 11.09 9.514e+37 1.31e-05  15898 
TS.triHPacyl.COelim.ttmtmmppmd 9.351e+44 9.60  9.60  9.513e+37 1.31e-05  15899 
TS.triHPacyl.COelim.mppmmptpmd 1.759e+44 8.61  8.61  9.435e+37 1.3e-05   15900 
TS.triHPacyl.COelim.pmttpptmpd 1.048e+45 9.67  9.67  9.425e+37 1.3e-05   15901 
TS.triHPacyl.COelim.tmptmttmmd 2.043e+45 10.07 10.07 9.394e+37 1.3e-05   15902 
TS.triHPacyl.COelim.mmmtmmtpmd 5.725e+45 10.69 10.69 9.285e+37 1.28e-05  15903 
TS.triHPacyl.COelim.mtptmmmpmd 1.515e+45 9.91  9.91  9.193e+37 1.27e-05  15904 
TS.triHPacyl.COelim.mmmppmtmmd 2.131e+44 8.74  8.74  9.151e+37 1.26e-05  15905 
TS.triHPacyl.COelim.ptttmppppd 7.496e+44 9.49  9.49  9.150e+37 1.26e-05  15906 
TS.triHPacyl.COelim.pmptmmpppd 6.525e+44 9.42  9.42  9.008e+37 1.24e-05  15907 
TS.triHPacyl.COelim.mpppmppppd 4.891e+44 9.25  9.25  8.996e+37 1.24e-05  15908 
TS.triHPacyl.COelim.tttpmmppmd 4.994e+44 9.26  9.26  8.964e+37 1.24e-05  15909 
TS.triHPacyl.COelim.mptmmpppmd 6.859e+44 9.45  9.45  8.924e+37 1.23e-05  15910 
TS.triHPacyl.COelim.tpmtpptppd 5.764e+45 10.73 10.73 8.836e+37 1.22e-05  15911 
TS.triHPacyl.COelim.mmptpppmpd 2.681e+43 7.53  7.53  8.808e+37 1.22e-05  15912 
TS.triHPacyl.COelim.mtmmptmmpd 5.877e+44 9.37  9.37  8.749e+37 1.21e-05  15913 
TS.triHPacyl.COelim.mpptmtpmmd 1.483e+45 9.93  9.93  8.702e+37 1.2e-05   15914 
TS.triHPacyl.COelim.tmpmmttmmd 2.368e+44 8.84  8.84  8.639e+37 1.19e-05  15915 
TS.triHPacyl.COelim.pmmtpmpmmd 2.607e+44 8.90  8.90  8.628e+37 1.19e-05  15916 
TS.triHPacyl.COelim.mptpmpppmd 4.247e+44 9.19  9.19  8.600e+37 1.19e-05  15917 
TS.triHPacyl.COelim.mtmtmtmpmd 1.059e+44 8.36  8.36  8.578e+37 1.18e-05  15918 
TS.triHPacyl.COelim.mtppmmppmd 6.075e+44 9.41  9.41  8.460e+37 1.17e-05  15919 
TS.triHPacyl.COelim.tpmtmmmpmd 2.995e+45 10.37 10.37 8.427e+37 1.16e-05  15920 
TS.triHPacyl.COelim.mtmtmmtmpd 1.022e+46 11.10 11.10 8.411e+37 1.16e-05  15921 
TS.triHPacyl.COelim.mmpmppmpmd 1.681e+44 8.66  8.66  8.309e+37 1.15e-05  15922 
TS.triHPacyl.COelim.mmmppmppmd 1.650e+44 8.65  8.65  8.304e+37 1.15e-05  15923 
TS.triHPacyl.COelim.ttttmttmpd 9.593e+44 9.70  9.70  8.302e+37 1.15e-05  15924 
TS.triHPacyl.COelim.mmmpptmmpd 1.109e+44 8.41  8.41  8.291e+37 1.14e-05  15925 
TS.triHPacyl.COelim.pmmtmmtpmd 3.583e+44 9.12  9.12  8.207e+37 1.13e-05  15926 
TS.triHPacyl.COelim.tmmtptpppd 4.912e+45 10.68 10.68 8.161e+37 1.13e-05  15927 
TS.triHPacyl.COelim.mtptmppmmd 5.803e+44 9.41  9.41  8.075e+37 1.11e-05  15928 
TS.triHPacyl.COelim.tmpmmmtmmd 2.931e+44 9.01  9.01  8.058e+37 1.11e-05  15929 
TS.triHPacyl.COelim.tppmmmmpmd 3.928e+44 9.20  9.20  7.816e+37 1.08e-05  15930 
TS.triHPacyl.COelim.tpmtmppppd 1.179e+45 9.86  9.86  7.773e+37 1.07e-05  15931 
TS.triHPacyl.COelim.ppppmmmppd 8.233e+43 8.27  8.27  7.718e+37 1.07e-05  15932 
TS.triHPacyl.COelim.mpptmpppmd 7.143e+44 9.58  9.58  7.544e+37 1.04e-05  15933 
TS.triHPacyl.COelim.mpttmppppd 9.322e+44 9.74  9.74  7.505e+37 1.04e-05  15934 
TS.triHPacyl.COelim.pmttpttmpd 1.032e+45 9.80  9.80  7.453e+37 1.03e-05  15935 
TS.triHPacyl.COelim.mpttmmpppd 1.234e+45 9.91  9.91  7.453e+37 1.03e-05  15936 
TS.triHPacyl.COelim.mtppmtpmpd 3.129e+44 9.10  9.10  7.352e+37 1.02e-05  15937 
TS.triHPacyl.COelim.ttttmmtmpd 1.129e+45 9.87  9.87  7.257e+37 1e-05     15938 
TS.triHPacyl.COelim.tmmppmmmpd 2.559e+44 8.99  8.99  7.242e+37 1e-05     15939 
TS.triHPacyl.COelim.mmttpmpmmd 3.697e+45 10.58 10.58 7.226e+37 9.98e-06  15940 
TS.triHPacyl.COelim.mtmpmmmppd 1.395e+44 8.63  8.63  7.213e+37 9.96e-06  15941 
TS.triHPacyl.COelim.mtmpmmpmpd 2.875e+44 9.07  9.07  7.126e+37 9.84e-06  15942 
TS.triHPacyl.COelim.ptmtmttpmd 1.640e+45 10.11 10.11 7.070e+37 9.76e-06  15943 
TS.triHPacyl.COelim.mpptmptpmd 1.135e+45 9.89  9.89  7.027e+37 9.7e-06   15944 
TS.triHPacyl.COelim.mmmppttpmd 3.262e+44 9.15  9.15  7.020e+37 9.69e-06  15945 
TS.triHPacyl.COelim.mtmtmtmppd 7.941e+44 9.70  9.70  6.849e+37 9.46e-06  15946 
TS.triHPacyl.COelim.mtmmmttmmd 1.447e+45 10.07 10.07 6.723e+37 9.28e-06  15947 
TS.triHPacyl.COelim.ptttmtmmpd 3.017e+44 9.13  9.13  6.690e+37 9.24e-06  15948 
TS.triHPacyl.COelim.mmttmtpppd 7.917e+45 11.08 11.08 6.663e+37 9.2e-06   15949 
TS.triHPacyl.COelim.mpptmmppmd 8.404e+44 9.75  9.75  6.633e+37 9.16e-06  15950 
TS.triHPacyl.COelim.ttmtpttmpd 1.677e+45 10.17 10.17 6.537e+37 9.03e-06  15951 
TS.triHPacyl.COelim.mpptmppmmd 1.295e+45 10.02 10.02 6.506e+37 8.98e-06  15952 
TS.triHPacyl.COelim.tmmppttppd 8.931e+44 9.80  9.80  6.436e+37 8.89e-06  15953 
TS.triHPacyl.COelim.ptpmptmmmd 4.973e+43 8.08  8.08  6.433e+37 8.88e-06  15954 
TS.triHPacyl.COelim.pmptmtpmpd 5.277e+44 9.49  9.49  6.431e+37 8.88e-06  15955 
TS.triHPacyl.COelim.mpptmtmmmd 1.752e+45 10.21 10.21 6.415e+37 8.86e-06  15956 
TS.triHPacyl.COelim.ptppmmmmpd 6.869e+43 8.28  8.28  6.405e+37 8.84e-06  15957 
TS.triHPacyl.COelim.ptmtptppmd 4.461e+44 9.40  9.40  6.358e+37 8.78e-06  15958 
TS.triHPacyl.COelim.pmmtpmppmd 1.546e+44 8.77  8.77  6.301e+37 8.7e-06   15959 
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TS.triHPacyl.COelim.mtptppmpmd 2.064e+44 8.95  8.95  6.253e+37 8.63e-06  15960 
TS.triHPacyl.COelim.mmttpmtmpd 4.578e+45 10.80 10.80 6.223e+37 8.59e-06  15961 
TS.triHPacyl.COelim.mmmtmtpmmd 1.938e+44 8.92  8.92  6.157e+37 8.5e-06   15962 
TS.triHPacyl.COelim.mttmmttmpd 9.627e+44 9.88  9.88  6.136e+37 8.47e-06  15963 
TS.triHPacyl.COelim.mmmtpppmmd 4.516e+43 8.08  8.08  5.912e+37 8.16e-06  15964 
TS.triHPacyl.COelim.pttmpmtmmd 3.072e+44 9.22  9.22  5.874e+37 8.11e-06  15965 
TS.triHPacyl.COelim.mpmppptpmd 2.119e+44 9.00  9.00  5.854e+37 8.08e-06  15966 
TS.triHPacyl.COelim.ttmtptpmmd 2.410e+44 9.08  9.08  5.849e+37 8.08e-06  15967 
TS.triHPacyl.COelim.mtttptpmpd 1.856e+44 8.93  8.93  5.820e+37 8.04e-06  15968 
TS.triHPacyl.COelim.mtptpptppd 6.078e+44 9.64  9.64  5.813e+37 8.03e-06  15969 
TS.triHPacyl.COelim.ttmtpttmmd 2.407e+45 10.46 10.46 5.787e+37 7.99e-06  15970 
TS.triHPacyl.COelim.pmmtpmtmmd 1.500e+44 8.81  8.81  5.778e+37 7.98e-06  15971 
TS.triHPacyl.COelim.ptmtmptpmd 6.674e+44 9.70  9.70  5.759e+37 7.95e-06  15972 
TS.triHPacyl.COelim.mtmtmppmmd 8.110e+44 9.82  9.82  5.738e+37 7.92e-06  15973 
TS.triHPacyl.COelim.tpppmtmppd 4.872e+44 9.52  9.52  5.630e+37 7.77e-06  15974 
TS.triHPacyl.COelim.mpttmpppmd 9.898e+44 9.95  9.95  5.581e+37 7.71e-06  15975 
TS.triHPacyl.COelim.mmmpmmppmd 2.796e+44 9.20  9.20  5.561e+37 7.68e-06  15976 
TS.triHPacyl.COelim.mmtpmtpmpd 1.674e+45 10.27 10.27 5.552e+37 7.67e-06  15977 
TS.triHPacyl.COelim.ttmtmtmmmd 1.438e+44 8.80  8.80  5.545e+37 7.66e-06  15978 
TS.triHPacyl.COelim.ptppmtmmpd 7.345e+43 8.41  8.41  5.512e+37 7.61e-06  15979 
TS.triHPacyl.COelim.mmppmptppd 6.062e+44 9.68  9.68  5.424e+37 7.49e-06  15980 
TS.triHPacyl.COelim.mtttmtpmpd 3.990e+45 10.80 10.80 5.406e+37 7.46e-06  15981 
TS.triHPacyl.COelim.ptmtmmppmd 1.384e+44 8.80  8.80  5.367e+37 7.41e-06  15982 
TS.triHPacyl.COelim.mpmtmmtmmd 1.089e+45 10.03 10.03 5.342e+37 7.38e-06  15983 
TS.triHPacyl.COelim.tpptptmppd 3.213e+45 10.68 10.68 5.289e+37 7.3e-06   15984 
TS.triHPacyl.COelim.ptptmmtppd 1.014e+44 8.63  8.63  5.250e+37 7.25e-06  15985 
TS.triHPacyl.COelim.ptmtmtmmmd 5.323e+44 9.62  9.62  5.211e+37 7.19e-06  15986 
TS.triHPacyl.COelim.tmpmmtppmd 6.132e+44 9.71  9.71  5.202e+37 7.18e-06  15987 
TS.triHPacyl.COelim.mpmtmpppmd 1.429e+44 8.84  8.84  5.162e+37 7.13e-06  15988 
TS.triHPacyl.COelim.mmtppttmpd 4.891e+44 9.58  9.58  5.120e+37 7.07e-06  15989 
TS.triHPacyl.COelim.mmmtptppmd 2.638e+44 9.22  9.22  5.067e+37 7e-06     15990 
TS.triHPacyl.COelim.ptptppmmmd 1.666e+44 8.95  8.95  5.054e+37 6.98e-06  15991 
TS.triHPacyl.COelim.mmmtppppmd 1.140e+44 8.72  8.72  5.044e+37 6.96e-06  15992 
TS.triHPacyl.COelim.pmmtmmtmpd 4.613e+44 9.56  9.56  5.024e+37 6.94e-06  15993 
TS.triHPacyl.COelim.ptpmmppmpd 1.477e+44 8.88  8.88  4.982e+37 6.88e-06  15994 
TS.triHPacyl.COelim.ptptmttppd 1.570e+44 8.92  8.92  4.967e+37 6.86e-06  15995 
TS.triHPacyl.COelim.pttpmptmpd 5.043e+44 9.62  9.62  4.959e+37 6.85e-06  15996 
TS.triHPacyl.COelim.tmptpmpppd 1.028e+46 11.42 11.42 4.953e+37 6.84e-06  15997 
TS.triHPacyl.COelim.mmtpmmpmpd 8.994e+44 9.96  9.96  4.952e+37 6.84e-06  15998 
TS.triHPacyl.COelim.mtppmppmpd 2.363e+44 9.18  9.18  4.890e+37 6.75e-06  15999 
TS.triHPacyl.COelim.mpmtmtppmd 6.679e+44 9.79  9.79  4.889e+37 6.75e-06  16000 
TS.triHPacyl.COelim.mtttmtmppd 5.530e+44 9.69  9.69  4.860e+37 6.71e-06  16001 
TS.triHPacyl.COelim.pmtmpttmmd 5.173e+44 9.65  9.65  4.851e+37 6.7e-06   16002 
TS.triHPacyl.COelim.ptttmmpmpd 4.777e+44 9.60  9.60  4.839e+37 6.68e-06  16003 
TS.triHPacyl.COelim.pttmpppmmd 2.777e+44 9.29  9.29  4.739e+37 6.54e-06  16004 
TS.triHPacyl.COelim.ptptmmmmpd 2.055e+44 9.12  9.12  4.652e+37 6.42e-06  16005 
TS.triHPacyl.COelim.ppppmpmppd 5.609e+43 8.35  8.35  4.642e+37 6.41e-06  16006 
TS.triHPacyl.COelim.ptttmpppmd 7.172e+44 9.87  9.87  4.618e+37 6.38e-06  16007 
TS.triHPacyl.COelim.mmtmpmtmmd 8.012e+44 9.94  9.94  4.608e+37 6.36e-06  16008 
TS.triHPacyl.COelim.mpttmmppmd 1.180e+45 10.17 10.17 4.605e+37 6.36e-06  16009 
TS.triHPacyl.COelim.mpptmpmmmd 1.292e+45 10.23 10.23 4.584e+37 6.33e-06  16010 
TS.triHPacyl.COelim.mmmpptpmmd 9.925e+43 8.70  8.70  4.529e+37 6.25e-06  16011 
TS.triHPacyl.COelim.mttmmmmpmd 4.546e+44 9.62  9.62  4.478e+37 6.18e-06  16012 
TS.triHPacyl.COelim.ttmtpmtmpd 1.403e+45 10.29 10.29 4.461e+37 6.16e-06  16013 
TS.triHPacyl.COelim.tpmppppppd 7.633e+43 8.56  8.56  4.455e+37 6.15e-06  16014 
TS.triHPacyl.COelim.mtmtpmmmpd 1.084e+45 10.14 10.14 4.449e+37 6.14e-06  16015 
TS.triHPacyl.COelim.mmttpmpmpd 1.353e+45 10.27 10.27 4.437e+37 6.13e-06  16016 
TS.triHPacyl.COelim.mttmmmpmmd 1.807e+45 10.45 10.45 4.415e+37 6.1e-06   16017 
TS.triHPacyl.COelim.tmptpmtmpd 1.141e+46 11.56 11.56 4.336e+37 5.99e-06  16018 
TS.triHPacyl.COelim.ttptmmmmmd 1.327e+44 8.91  8.91  4.322e+37 5.97e-06  16019 
TS.triHPacyl.COelim.mmppmmtmmd 5.212e+44 9.73  9.73  4.288e+37 5.92e-06  16020 
TS.triHPacyl.COelim.mmpmmppmmd 4.598e+43 8.28  8.28  4.279e+37 5.91e-06  16021 
TS.triHPacyl.COelim.mmmtmppmmd 6.000e+43 8.44  8.44  4.245e+37 5.86e-06  16022 
TS.triHPacyl.COelim.mpmtpmppmd 3.995e+44 9.58  9.58  4.161e+37 5.75e-06  16023 
TS.triHPacyl.COelim.pmmpmtppmd 6.851e+43 8.54  8.54  4.147e+37 5.73e-06  16024 
TS.triHPacyl.COelim.ptmtppmmmd 7.320e+44 9.95  9.95  4.106e+37 5.67e-06  16025 
TS.triHPacyl.COelim.ttptpttmmd 1.640e+45 10.44 10.44 4.089e+37 5.65e-06  16026 
TS.triHPacyl.COelim.mpmtppppmd 3.190e+44 9.46  9.46  4.063e+37 5.61e-06  16027 
TS.triHPacyl.COelim.ttpmmttpmd 8.328e+43 8.67  8.67  4.004e+37 5.53e-06  16028 
TS.triHPacyl.COelim.mtpmmmmmpd 1.020e+44 8.79  8.79  4.003e+37 5.53e-06  16029 
TS.triHPacyl.COelim.ptptppmpmd 1.226e+44 8.91  8.91  3.985e+37 5.5e-06   16030 
TS.triHPacyl.COelim.pmptmtpppd 5.139e+44 9.77  9.77  3.927e+37 5.42e-06  16031 
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TS.triHPacyl.COelim.pttpmptmmd 1.408e+44 9.00  9.00  3.911e+37 5.4e-06   16032 
TS.triHPacyl.COelim.tmptmmpppd 1.541e+45 10.43 10.43 3.900e+37 5.39e-06  16033 
TS.triHPacyl.COelim.mtptptmmpd 6.981e+43 8.58  8.58  3.896e+37 5.38e-06  16034 
TS.triHPacyl.COelim.pttmmptmpd 3.932e+44 9.62  9.62  3.887e+37 5.37e-06  16035 
TS.triHPacyl.COelim.mtmpmmmmmd 2.899e+44 9.44  9.44  3.870e+37 5.34e-06  16036 
TS.triHPacyl.COelim.mmmpmmmmpd 2.877e+44 9.43  9.43  3.858e+37 5.33e-06  16037 
TS.triHPacyl.COelim.tmmppmtmpd 5.265e+44 9.80  9.80  3.833e+37 5.29e-06  16038 
TS.triHPacyl.COelim.ptptmtmmpd 2.173e+44 9.27  9.27  3.812e+37 5.26e-06  16039 
TS.triHPacyl.COelim.tpmppmpppd 1.486e+44 9.05  9.05  3.769e+37 5.2e-06   16040 
TS.triHPacyl.COelim.mptpmmtmpd 3.913e+45 11.00 11.00 3.768e+37 5.2e-06   16041 
TS.triHPacyl.COelim.mmmpmmtmmd 3.004e+44 9.48  9.48  3.743e+37 5.17e-06  16042 
TS.triHPacyl.COelim.ttmtpmtmmd 1.779e+45 10.54 10.54 3.714e+37 5.13e-06  16043 
TS.triHPacyl.COelim.mtmpmpmmmd 1.803e+44 9.18  9.18  3.701e+37 5.11e-06  16044 
TS.triHPacyl.COelim.tpmtpppppd 6.331e+44 9.93  9.93  3.679e+37 5.08e-06  16045 
TS.triHPacyl.COelim.pmptptpppd 1.769e+44 9.18  9.18  3.658e+37 5.05e-06  16046 
TS.triHPacyl.COelim.ptptmmtmmd 7.087e+44 10.01 10.01 3.603e+37 4.97e-06  16047 
TS.triHPacyl.COelim.mmmtpptmmd 1.486e+44 9.09  9.09  3.563e+37 4.92e-06  16048 
TS.triHPacyl.COelim.mmmtmtpmpd 2.328e+44 9.37  9.37  3.462e+37 4.78e-06  16049 
TS.triHPacyl.COelim.pmtmpptmmd 2.763e+44 9.48  9.48  3.430e+37 4.74e-06  16050 
TS.triHPacyl.COelim.ttmppmpmpd 1.801e+44 9.23  9.23  3.419e+37 4.72e-06  16051 
TS.triHPacyl.COelim.mpmtmmmmmd 5.502e+44 9.90  9.90  3.399e+37 4.69e-06  16052 
TS.triHPacyl.COelim.tmmppttmpd 3.022e+44 9.54  9.54  3.375e+37 4.66e-06  16053 
TS.triHPacyl.COelim.pmpppttppd 7.629e+43 8.73  8.73  3.354e+37 4.63e-06  16054 
TS.triHPacyl.COelim.ptmtmppmpd 2.689e+44 9.49  9.49  3.293e+37 4.55e-06  16055 
TS.triHPacyl.COelim.mmpmptpmmd 8.281e+43 8.80  8.80  3.208e+37 4.43e-06  16056 
TS.triHPacyl.COelim.mtpmmptmpd 6.693e+44 10.05 10.05 3.206e+37 4.43e-06  16057 
TS.triHPacyl.COelim.mpttmptmpd 7.104e+45 11.46 11.46 3.195e+37 4.41e-06  16058 
TS.triHPacyl.COelim.mptpmptmpd 2.130e+45 10.75 10.75 3.154e+37 4.36e-06  16059 
TS.triHPacyl.COelim.mtptpmppmd 7.836e+44 10.16 10.16 3.117e+37 4.3e-06   16060 
TS.triHPacyl.COelim.mmpmmttppd 5.423e+44 9.96  9.96  3.017e+37 4.17e-06  16061 
TS.triHPacyl.COelim.mttppmtmpd 1.218e+45 10.45 10.45 2.961e+37 4.09e-06  16062 
TS.triHPacyl.COelim.ptptmmppmd 6.894e+44 10.11 10.11 2.959e+37 4.09e-06  16063 
TS.triHPacyl.COelim.mtmmmttmpd 1.790e+45 10.68 10.68 2.946e+37 4.07e-06  16064 
TS.triHPacyl.COelim.ptppmmpppd 6.622e+44 10.09 10.09 2.936e+37 4.05e-06  16065 
TS.triHPacyl.COelim.mttmpppmmd 1.578e+44 9.25  9.25  2.873e+37 3.97e-06  16066 
TS.triHPacyl.COelim.mmmtmmtppd 5.285e+45 11.35 11.35 2.857e+37 3.94e-06  16067 
TS.triHPacyl.COelim.mmtppptmpd 3.429e+44 9.72  9.72  2.844e+37 3.93e-06  16068 
TS.triHPacyl.COelim.mmttpttmpd 3.856e+45 11.17 11.17 2.826e+37 3.9e-06   16069 
TS.triHPacyl.COelim.mmmtpppmpd 1.769e+44 9.34  9.34  2.790e+37 3.85e-06  16070 
TS.triHPacyl.COelim.tmmppmtppd 7.112e+44 10.17 10.17 2.785e+37 3.84e-06  16071 
TS.triHPacyl.COelim.mtmpmppmpd 2.759e+44 9.61  9.61  2.750e+37 3.8e-06   16072 
TS.triHPacyl.COelim.ptptpppmpd 9.418e+43 8.97  8.97  2.747e+37 3.79e-06  16073 
TS.triHPacyl.COelim.mmttpmtmmd 3.683e+45 11.16 11.16 2.745e+37 3.79e-06  16074 
TS.triHPacyl.COelim.mtttmmmpmd 8.591e+44 10.29 10.29 2.735e+37 3.78e-06  16075 
TS.triHPacyl.COelim.mmmtpttmmd 4.347e+44 9.89  9.89  2.712e+37 3.74e-06  16076 
TS.triHPacyl.COelim.mpttmmtmpd 8.450e+45 11.67 11.67 2.678e+37 3.7e-06   16077 
TS.triHPacyl.COelim.mtptppmmmd 1.060e+45 10.44 10.44 2.644e+37 3.65e-06  16078 
TS.triHPacyl.COelim.mtptpttppd 7.585e+43 8.87  8.87  2.640e+37 3.64e-06  16079 
TS.triHPacyl.COelim.mmttptpmmd 1.876e+45 10.81 10.81 2.518e+37 3.48e-06  16080 
TS.triHPacyl.COelim.mmptmmpmmd 4.145e+44 9.91  9.91  2.507e+37 3.46e-06  16081 
TS.triHPacyl.COelim.mttmmtmpmd 4.487e+44 9.96  9.96  2.506e+37 3.46e-06  16082 
TS.triHPacyl.COelim.mmptmmpmpd 6.217e+44 10.16 10.16 2.484e+37 3.43e-06  16083 
TS.triHPacyl.COelim.tpppptmppd 4.553e+44 9.98  9.98  2.454e+37 3.39e-06  16084 
TS.triHPacyl.COelim.mtmpmtmppd 3.015e+44 9.74  9.74  2.423e+37 3.35e-06  16085 
TS.triHPacyl.COelim.ptpmmtmmpd 2.514e+43 8.27  8.27  2.378e+37 3.28e-06  16086 
TS.triHPacyl.COelim.tmppmmtmpd 7.696e+44 10.32 10.32 2.322e+37 3.21e-06  16087 
TS.triHPacyl.COelim.mptmmptmmd 2.306e+45 10.98 10.98 2.320e+37 3.2e-06   16088 
TS.triHPacyl.COelim.pmptpmpmmd 6.354e+44 10.22 10.22 2.285e+37 3.16e-06  16089 
TS.triHPacyl.COelim.mmmtpttmpd 9.211e+44 10.44 10.44 2.283e+37 3.15e-06  16090 
TS.triHPacyl.COelim.mmttpttmmd 5.320e+45 11.50 11.50 2.249e+37 3.11e-06  16091 
TS.triHPacyl.COelim.ttpmmmmmmd 7.974e+43 9.01  9.01  2.186e+37 3.02e-06  16092 
TS.triHPacyl.COelim.mttmmtpmmd 2.847e+45 11.14 11.14 2.173e+37 3e-06     16093 
TS.triHPacyl.COelim.tpmpmppppd 4.198e+44 10.00 10.00 2.172e+37 3e-06     16094 
TS.triHPacyl.COelim.mpmtptpmmd 2.828e+44 9.77  9.77  2.171e+37 3e-06     16095 
TS.triHPacyl.COelim.mttmmtmmmd 5.197e+44 10.14 10.14 2.119e+37 2.93e-06  16096 
TS.triHPacyl.COelim.tmppmptmpd 1.025e+45 10.55 10.55 2.098e+37 2.9e-06   16097 
TS.triHPacyl.COelim.ttpmmptpmd 8.016e+43 9.04  9.04  2.087e+37 2.88e-06  16098 
TS.triHPacyl.COelim.mmmtpptpmd 1.965e+44 9.57  9.57  2.086e+37 2.88e-06  16099 
TS.triHPacyl.COelim.mtpmpptppd 3.173e+44 9.87  9.87  2.051e+37 2.83e-06  16100 
TS.triHPacyl.COelim.pmmtmptpmd 3.205e+44 9.88  9.88  2.032e+37 2.81e-06  16101 
TS.triHPacyl.COelim.pmptpmpppd 1.937e+44 9.58  9.58  2.030e+37 2.8e-06   16102 
TS.triHPacyl.COelim.pmmpmmmppd 5.076e+44 10.16 10.16 2.025e+37 2.8e-06   16103 
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TS.triHPacyl.COelim.mmmtpppppd 1.041e+45 10.59 10.59 2.002e+37 2.76e-06  16104 
TS.triHPacyl.COelim.mmmpmmtppd 4.590e+44 10.12 10.12 1.944e+37 2.68e-06  16105 
TS.triHPacyl.COelim.tmptmmppmd 6.162e+44 10.30 10.30 1.942e+37 2.68e-06  16106 
TS.triHPacyl.COelim.mpttptmppd 1.251e+45 10.72 10.72 1.934e+37 2.67e-06  16107 
TS.triHPacyl.COelim.pmppppmmpd 5.500e+43 8.86  8.86  1.930e+37 2.67e-06  16108 
TS.triHPacyl.COelim.mmpmmmmppd 5.651e+43 8.88  8.88  1.909e+37 2.64e-06  16109 
TS.triHPacyl.COelim.ptpmmttmpd 1.472e+44 9.46  9.46  1.895e+37 2.62e-06  16110 
TS.triHPacyl.COelim.mtpmmppmmd 1.880e+44 9.61  9.61  1.890e+37 2.61e-06  16111 
TS.triHPacyl.COelim.mpmtmmtpmd 1.062e+45 10.65 10.65 1.854e+37 2.56e-06  16112 
TS.triHPacyl.COelim.pmmtppppmd 1.046e+44 9.27  9.27  1.847e+37 2.55e-06  16113 
TS.triHPacyl.COelim.ptmtmptmpd 6.619e+44 10.37 10.37 1.844e+37 2.55e-06  16114 
TS.triHPacyl.COelim.mtttmtpmmd 5.696e+45 11.66 11.66 1.836e+37 2.54e-06  16115 
TS.triHPacyl.COelim.mmmtmppmpd 2.352e+44 9.76  9.76  1.816e+37 2.51e-06  16116 
TS.triHPacyl.COelim.mmmtmmtmpd 7.789e+45 11.88 11.88 1.739e+37 2.4e-06   16117 
TS.triHPacyl.COelim.mtppmtmmmd 9.417e+43 9.25  9.25  1.712e+37 2.36e-06  16118 
TS.triHPacyl.COelim.pmpppptppd 6.506e+43 9.04  9.04  1.692e+37 2.34e-06  16119 
TS.triHPacyl.COelim.mmmtptpppd 6.039e+44 10.37 10.37 1.691e+37 2.33e-06  16120 
TS.triHPacyl.COelim.mpppppmppd 9.851e+43 9.29  9.29  1.686e+37 2.33e-06  16121 
TS.triHPacyl.COelim.ptmtmtppmd 1.302e+44 9.46  9.46  1.678e+37 2.32e-06  16122 
TS.triHPacyl.COelim.mtmpmmpmmd 2.879e+44 9.94  9.94  1.666e+37 2.3e-06   16123 
TS.triHPacyl.COelim.mmmtpptmpd 8.175e+44 10.56 10.56 1.654e+37 2.28e-06  16124 
TS.triHPacyl.COelim.ptmtmmpppd 4.728e+44 10.24 10.24 1.642e+37 2.27e-06  16125 
TS.triHPacyl.COelim.mtttmtmpmd 8.383e+44 10.60 10.60 1.601e+37 2.21e-06  16126 
TS.triHPacyl.COelim.ttmtpmpmmd 3.494e+44 10.08 10.08 1.591e+37 2.2e-06   16127 
TS.triHPacyl.COelim.mmmpmtmmpd 1.664e+44 9.64  9.64  1.577e+37 2.18e-06  16128 
TS.triHPacyl.COelim.mtppmmtppd 5.987e+44 10.41 10.41 1.554e+37 2.15e-06  16129 
TS.triHPacyl.COelim.pmmpmpppmd 6.574e+43 9.10  9.10  1.548e+37 2.14e-06  16130 
TS.triHPacyl.COelim.mtmtptpppd 1.372e+45 10.91 10.91 1.541e+37 2.13e-06  16131 
TS.triHPacyl.COelim.mptmmmtmmd 2.723e+45 11.33 11.33 1.525e+37 2.11e-06  16132 
TS.triHPacyl.COelim.mmmtpptppd 1.959e+45 11.13 11.13 1.516e+37 2.09e-06  16133 
TS.triHPacyl.COelim.mtpmmpmpmd 1.127e+44 9.44  9.44  1.495e+37 2.06e-06  16134 
TS.triHPacyl.COelim.tmppmttmpd 8.017e+44 10.63 10.63 1.455e+37 2.01e-06  16135 
TS.triHPacyl.COelim.ptmpmmtppd 2.030e+44 9.81  9.81  1.448e+37 2e-06     16136 
TS.triHPacyl.COelim.ptttmmtmpd 9.698e+44 10.75 10.75 1.441e+37 1.99e-06  16137 
TS.triHPacyl.COelim.mtptmptmpd 6.265e+45 11.88 11.88 1.388e+37 1.92e-06  16138 
TS.triHPacyl.COelim.mtmtptppmd 1.224e+45 10.91 10.91 1.372e+37 1.89e-06  16139 
TS.triHPacyl.COelim.ptmpmmtmpd 1.701e+44 9.74  9.74  1.366e+37 1.89e-06  16140 
TS.triHPacyl.COelim.ptmtmptmmd 7.871e+44 10.66 10.66 1.342e+37 1.85e-06  16141 
TS.triHPacyl.COelim.mtmppmpmmd 8.272e+43 9.33  9.33  1.323e+37 1.83e-06  16142 
TS.triHPacyl.COelim.mmmtpttppd 1.488e+45 11.06 11.06 1.308e+37 1.81e-06  16143 
TS.triHPacyl.COelim.mmtmpmpmmd 7.152e+44 10.62 10.62 1.307e+37 1.8e-06   16144 
TS.triHPacyl.COelim.mtmtptmmpd 1.042e+45 10.86 10.86 1.285e+37 1.77e-06  16145 
TS.triHPacyl.COelim.pmptpmtpmd 7.413e+44 10.66 10.66 1.267e+37 1.75e-06  16146 
TS.triHPacyl.COelim.pmppptmmpd 6.234e+43 9.21  9.21  1.216e+37 1.68e-06  16147 
TS.triHPacyl.COelim.pmmpmttmmd 1.118e+44 9.56  9.56  1.215e+37 1.68e-06  16148 
TS.triHPacyl.COelim.mttmpmtmmd 7.265e+44 10.68 10.68 1.198e+37 1.65e-06  16149 
TS.triHPacyl.COelim.mmttmmpmpd 1.103e+45 10.94 10.94 1.191e+37 1.64e-06  16150 
TS.triHPacyl.COelim.pmmtmptmmd 1.863e+44 9.89  9.89  1.170e+37 1.61e-06  16151 
TS.triHPacyl.COelim.mmmtpttpmd 4.595e+44 10.44 10.44 1.147e+37 1.58e-06  16152 
TS.triHPacyl.COelim.mtppmtppmd 1.313e+44 9.69  9.69  1.146e+37 1.58e-06  16153 
TS.triHPacyl.COelim.mmmppmtmpd 4.075e+44 10.37 10.37 1.128e+37 1.56e-06  16154 
TS.triHPacyl.COelim.mtppmptppd 7.797e+44 10.76 10.76 1.127e+37 1.56e-06  16155 
TS.triHPacyl.COelim.mptmmtmpmd 1.505e+45 11.16 11.16 1.125e+37 1.55e-06  16156 
TS.triHPacyl.COelim.mppppmmppd 1.019e+44 9.57  9.57  1.097e+37 1.51e-06  16157 
TS.triHPacyl.COelim.ttpmmtmmmd 3.148e+43 8.87  8.87  1.090e+37 1.51e-06  16158 
TS.triHPacyl.COelim.mtmmmttppd 3.022e+45 11.60 11.60 1.069e+37 1.48e-06  16159 
TS.triHPacyl.COelim.ptptmpppmd 3.126e+44 10.26 10.26 1.052e+37 1.45e-06  16160 
TS.triHPacyl.COelim.ptpmmppppd 8.592e+43 9.50  9.50  1.038e+37 1.43e-06  16161 
TS.triHPacyl.COelim.tpmtptppmd 3.027e+45 11.62 11.62 1.037e+37 1.43e-06  16162 
TS.triHPacyl.COelim.mtpmmmmppd 1.226e+44 9.71  9.71  1.032e+37 1.43e-06  16163 
TS.triHPacyl.COelim.mtptptmmmd 5.109e+44 10.56 10.56 1.030e+37 1.42e-06  16164 
TS.triHPacyl.COelim.mmmtmttppd 2.484e+45 11.51 11.51 1.029e+37 1.42e-06  16165 
TS.triHPacyl.COelim.mpttmptmmd 4.549e+45 11.87 11.87 1.028e+37 1.42e-06  16166 
TS.triHPacyl.COelim.mtpmmtmppd 1.386e+44 9.79  9.79  1.026e+37 1.42e-06  16167 
TS.triHPacyl.COelim.ttptpptmmd 1.492e+45 11.22 11.22 1.006e+37 1.39e-06  16168 
TS.triHPacyl.COelim.mtptmmtmmd 2.296e+45 11.48 11.48 1.002e+37 1.38e-06  16169 
TS.triHPacyl.COelim.mmptmmmpmd 2.324e+44 10.11 10.11 9.983e+36 1.38e-06  16170 
TS.triHPacyl.COelim.mmptpmpppd 2.104e+45 11.43 11.43 9.971e+36 1.38e-06  16171 
TS.triHPacyl.COelim.mppmmpppmd 1.911e+44 10.01 10.01 9.694e+36 1.34e-06  16172 
TS.triHPacyl.COelim.tmptmtppmd 5.194e+44 10.62 10.62 9.464e+36 1.31e-06  16173 
TS.triHPacyl.COelim.mmpmmtpppd 5.097e+44 10.65 10.65 8.962e+36 1.24e-06  16174 
TS.triHPacyl.COelim.pmmtmppmpd 2.449e+45 11.58 11.58 8.961e+36 1.24e-06  16175 
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TS.triHPacyl.COelim.pmpmppmpmd 5.088e+43 9.28  9.28  8.794e+36 1.21e-06  16176 
TS.triHPacyl.COelim.mtptppppmd 4.952e+44 10.64 10.64 8.730e+36 1.21e-06  16177 
TS.triHPacyl.COelim.mmmtmttmpd 3.303e+45 11.78 11.78 8.621e+36 1.19e-06  16178 
TS.triHPacyl.COelim.mmttmtpmpd 1.197e+45 11.18 11.18 8.538e+36 1.18e-06  16179 
TS.triHPacyl.COelim.mmmpmttppd 2.831e+44 10.33 10.33 8.490e+36 1.17e-06  16180 
TS.triHPacyl.COelim.mtppmttppd 2.754e+44 10.31 10.31 8.439e+36 1.17e-06  16181 
TS.triHPacyl.COelim.mpttmmtmmd 6.020e+45 12.15 12.15 8.421e+36 1.16e-06  16182 
TS.triHPacyl.COelim.ptpmppmmmd 3.418e+43 9.08  9.08  8.352e+36 1.15e-06  16183 
TS.triHPacyl.COelim.mtmtmttmpd 1.616e+45 11.42 11.42 7.781e+36 1.07e-06  16184 
TS.triHPacyl.COelim.mttpmmppmd 2.402e+46 13.05 13.05 7.481e+36 1.03e-06  16185 
TS.triHPacyl.COelim.mmpmmttmpd 6.917e+44 10.94 10.94 7.410e+36 1.02e-06  16186 
TS.triHPacyl.COelim.ptmpmmpppd 9.257e+43 9.75  9.75  7.337e+36 1.01e-06  16187 
TS.triHPacyl.COelim.mmmppttmpd 3.980e+44 10.64 10.64 7.059e+36 9.75e-07  16188 
TS.triHPacyl.COelim.mtmmmmppmd 5.512e+45 12.22 12.22 6.903e+36 9.53e-07  16189 
TS.triHPacyl.COelim.ptptmptmmd 3.875e+44 10.64 10.64 6.837e+36 9.44e-07  16190 
TS.triHPacyl.COelim.mmmpmttmpd 2.081e+44 10.30 10.30 6.560e+36 9.06e-07  16191 
TS.triHPacyl.COelim.ttmpmptmmd 2.514e+44 10.42 10.42 6.483e+36 8.95e-07  16192 
TS.triHPacyl.COelim.mtptmptmmd 3.346e+45 11.96 11.96 6.463e+36 8.92e-07  16193 
TS.triHPacyl.COelim.mmttmmpmmd 1.687e+45 11.56 11.56 6.447e+36 8.9e-07   16194 
TS.triHPacyl.COelim.tppppmmppd 3.691e+44 10.65 10.65 6.420e+36 8.86e-07  16195 
TS.triHPacyl.COelim.mmptmmmppd 4.760e+44 10.81 10.81 6.384e+36 8.82e-07  16196 
TS.triHPacyl.COelim.mtmtmttmmd 2.412e+45 11.79 11.79 6.180e+36 8.53e-07  16197 
TS.triHPacyl.COelim.ptmpmmmmpd 2.058e+44 10.34 10.34 6.039e+36 8.34e-07  16198 
TS.triHPacyl.COelim.tmpmpmmpmd 2.366e+44 10.44 10.44 5.887e+36 8.13e-07  16199 
TS.triHPacyl.COelim.mmpmmmmpmd 9.544e+43 9.90  9.90  5.830e+36 8.05e-07  16200 
TS.triHPacyl.COelim.mtmtpmmmmd 2.486e+44 10.48 10.48 5.796e+36 8e-07     16201 
TS.triHPacyl.COelim.mtmtptmmmd 1.208e+44 10.05 10.05 5.771e+36 7.97e-07  16202 
TS.triHPacyl.COelim.mmptmtpmmd 5.622e+44 10.97 10.97 5.700e+36 7.87e-07  16203 
TS.triHPacyl.COelim.mtppmpppmd 2.748e+44 10.55 10.55 5.640e+36 7.79e-07  16204 
TS.triHPacyl.COelim.mmpmmtmppd 1.018e+44 9.96  9.96  5.609e+36 7.74e-07  16205 
TS.triHPacyl.COelim.mtmppmtppd 1.686e+44 10.27 10.27 5.559e+36 7.68e-07  16206 
TS.triHPacyl.COelim.tmptpmmpmd 5.791e+44 11.03 11.03 5.365e+36 7.41e-07  16207 
TS.triHPacyl.COelim.mptmptmpmd 8.133e+44 11.23 11.23 5.327e+36 7.36e-07  16208 
TS.triHPacyl.COelim.mttpmtmmpd 3.880e+44 10.80 10.80 5.298e+36 7.32e-07  16209 
TS.triHPacyl.COelim.mmmpmtpmmd 1.155e+44 10.09 10.09 5.136e+36 7.09e-07  16210 
TS.triHPacyl.COelim.mmmppmtppd 8.668e+44 11.31 11.31 5.038e+36 6.96e-07  16211 
TS.triHPacyl.COelim.mtpmpmmmmd 1.551e+44 10.29 10.29 4.926e+36 6.8e-07   16212 
TS.triHPacyl.COelim.mtmpmtppmd 2.653e+44 10.61 10.61 4.922e+36 6.8e-07   16213 
TS.triHPacyl.COelim.mpptmtmpmd 5.231e+44 11.03 11.03 4.809e+36 6.64e-07  16214 
TS.triHPacyl.COelim.ptpmmptmpd 9.766e+43 10.04 10.04 4.760e+36 6.57e-07  16215 
TS.triHPacyl.COelim.mtmpppppmd 6.417e+43 9.79  9.79  4.718e+36 6.51e-07  16216 
TS.triHPacyl.COelim.tmptptmpmd 7.727e+44 11.29 11.29 4.590e+36 6.34e-07  16217 
TS.triHPacyl.COelim.mtptmttppd 8.435e+45 12.73 12.73 4.488e+36 6.2e-07   16218 
TS.triHPacyl.COelim.ttmpmttpmd 4.111e+44 10.93 10.93 4.461e+36 6.16e-07  16219 
TS.triHPacyl.COelim.mmttmtpmmd 1.776e+45 11.84 11.84 4.211e+36 5.81e-07  16220 
TS.triHPacyl.COelim.tmptmtpppd 1.049e+45 11.54 11.54 4.121e+36 5.69e-07  16221 
TS.triHPacyl.COelim.tpppppmppd 4.936e+44 11.09 11.09 4.109e+36 5.67e-07  16222 
TS.triHPacyl.COelim.mtmppmmmpd 1.526e+44 10.40 10.40 4.030e+36 5.56e-07  16223 
TS.triHPacyl.COelim.ptttmptmpd 7.512e+44 11.36 11.36 3.988e+36 5.51e-07  16224 
TS.triHPacyl.COelim.pmptpttmmd 6.045e+44 11.24 11.24 3.947e+36 5.45e-07  16225 
TS.triHPacyl.COelim.ptmpmptppd 1.638e+44 10.46 10.46 3.917e+36 5.41e-07  16226 
TS.triHPacyl.COelim.mtttpmtmpd 1.437e+45 11.76 11.76 3.864e+36 5.33e-07  16227 
TS.triHPacyl.COelim.mtmmmmpppd 5.268e+45 12.57 12.57 3.641e+36 5.03e-07  16228 
TS.triHPacyl.COelim.ptmpmptmpd 1.556e+44 10.49 10.49 3.537e+36 4.88e-07  16229 
TS.triHPacyl.COelim.ptmpmppppd 8.781e+43 10.15 10.15 3.528e+36 4.87e-07  16230 
TS.triHPacyl.COelim.mtppmttmpd 1.632e+45 11.91 11.91 3.452e+36 4.77e-07  16231 
TS.triHPacyl.COelim.ptmtmppppd 5.986e+44 11.32 11.32 3.418e+36 4.72e-07  16232 
TS.triHPacyl.COelim.mtpmppppmd 1.224e+44 10.42 10.42 3.155e+36 4.36e-07  16233 
TS.triHPacyl.COelim.mmptptpppd 2.692e+45 12.28 12.28 3.025e+36 4.18e-07  16234 
TS.triHPacyl.COelim.pmptpptpmd 4.302e+44 11.19 11.19 3.022e+36 4.17e-07  16235 
TS.triHPacyl.COelim.tmmpptpppd 3.887e+44 11.15 11.15 2.953e+36 4.08e-07  16236 
TS.triHPacyl.COelim.mttmmmpppd 2.050e+45 12.17 12.17 2.800e+36 3.87e-07  16237 
TS.triHPacyl.COelim.ttmpmmtmmd 3.049e+44 11.04 11.04 2.769e+36 3.82e-07  16238 
TS.triHPacyl.COelim.mtppmmmppd 1.373e+44 10.57 10.57 2.734e+36 3.78e-07  16239 
TS.triHPacyl.COelim.ptmmpmppmd 1.246e+45 11.90 11.90 2.652e+36 3.66e-07  16240 
TS.triHPacyl.COelim.mmptptmpmd 2.140e+44 10.86 10.86 2.638e+36 3.64e-07  16241 
TS.triHPacyl.COelim.ttmpmtppmd 1.913e+44 10.80 10.80 2.579e+36 3.56e-07  16242 
TS.triHPacyl.COelim.pttppmppmd 1.885e+45 12.17 12.17 2.564e+36 3.54e-07  16243 
TS.triHPacyl.COelim.mtppmptmpd 1.887e+45 12.18 12.18 2.545e+36 3.51e-07  16244 
TS.triHPacyl.COelim.mttmmtpppd 2.962e+45 12.45 12.45 2.537e+36 3.5e-07   16245 
TS.triHPacyl.COelim.pmptptpmmd 1.466e+45 12.05 12.05 2.444e+36 3.37e-07  16246 
TS.triHPacyl.COelim.mtptmpmpmd 7.298e+44 11.65 11.65 2.363e+36 3.26e-07  16247 
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TS.triHPacyl.COelim.ttmpmmppmd 1.793e+44 10.82 10.82 2.349e+36 3.24e-07  16248 
TS.triHPacyl.COelim.ptmpmmppmd 7.475e+43 10.30 10.30 2.348e+36 3.24e-07  16249 
TS.triHPacyl.COelim.mmpmmptmpd 1.204e+45 11.98 11.98 2.257e+36 3.12e-07  16250 
TS.triHPacyl.COelim.pmptpttpmd 6.365e+44 11.64 11.64 2.100e+36 2.9e-07   16251 
TS.triHPacyl.COelim.pmptptppmd 1.358e+45 12.10 12.10 2.073e+36 2.86e-07  16252 
TS.triHPacyl.COelim.mtpmmtmmpd 4.349e+43 10.05 10.05 2.073e+36 2.86e-07  16253 
TS.triHPacyl.COelim.ptmpmpmmpd 1.326e+44 10.72 10.72 2.064e+36 2.85e-07  16254 
TS.triHPacyl.COelim.mtppmmmmpd 3.376e+44 11.31 11.31 1.942e+36 2.68e-07  16255 
TS.triHPacyl.COelim.mtpmmptmmd 4.102e+44 11.43 11.43 1.933e+36 2.67e-07  16256 
TS.triHPacyl.COelim.mtttmtmmmd 7.504e+44 11.80 11.80 1.897e+36 2.62e-07  16257 
TS.triHPacyl.COelim.pmptpptppd 2.133e+44 11.06 11.06 1.864e+36 2.57e-07  16258 
TS.triHPacyl.COelim.mtpmmpmppd 9.027e+43 10.56 10.56 1.819e+36 2.51e-07  16259 
TS.triHPacyl.COelim.ptptmmpppd 1.826e+44 10.99 10.99 1.795e+36 2.48e-07  16260 
TS.triHPacyl.COelim.tmmppmpppd 4.191e+44 11.49 11.49 1.792e+36 2.47e-07  16261 
TS.triHPacyl.COelim.mtptmptppd 4.776e+45 12.95 12.95 1.761e+36 2.43e-07  16262 
TS.triHPacyl.COelim.ttmpmmtpmd 3.773e+44 11.45 11.45 1.730e+36 2.39e-07  16263 
TS.triHPacyl.COelim.mtmtmttpmd 3.762e+45 12.83 12.83 1.701e+36 2.35e-07  16264 
TS.triHPacyl.COelim.mmppmtpmpd 2.048e+44 11.09 11.09 1.694e+36 2.34e-07  16265 
TS.triHPacyl.COelim.mttpmtpppd 1.018e+46 13.42 13.42 1.691e+36 2.34e-07  16266 
TS.triHPacyl.COelim.mpptmtmppd 8.719e+44 11.99 11.99 1.610e+36 2.22e-07  16267 
TS.triHPacyl.COelim.mtttpmtmmd 1.676e+45 12.40 12.40 1.557e+36 2.15e-07  16268 
TS.triHPacyl.COelim.mmptmpmppd 1.347e+44 10.90 10.90 1.555e+36 2.15e-07  16269 
TS.triHPacyl.COelim.ttttpmtmpd 3.688e+45 12.89 12.89 1.507e+36 2.08e-07  16270 
TS.triHPacyl.COelim.mtmppmtmpd 2.210e+44 11.21 11.21 1.503e+36 2.08e-07  16271 
TS.triHPacyl.COelim.mtmmmtppmd 3.031e+45 12.78 12.78 1.476e+36 2.04e-07  16272 
TS.triHPacyl.COelim.ptppmptmpd 3.070e+44 11.43 11.43 1.439e+36 1.99e-07  16273 
TS.triHPacyl.COelim.pmptpmppmd 1.561e+45 12.41 12.41 1.420e+36 1.96e-07  16274 
TS.triHPacyl.COelim.mpmtmmpppd 1.653e+45 12.47 12.47 1.352e+36 1.87e-07  16275 
TS.triHPacyl.COelim.mtmppptppd 1.751e+44 11.14 11.14 1.350e+36 1.86e-07  16276 
TS.triHPacyl.COelim.mmpmmtmpmd 7.021e+43 10.59 10.59 1.345e+36 1.86e-07  16277 
TS.triHPacyl.COelim.mtmppppppd 1.586e+44 11.09 11.09 1.330e+36 1.84e-07  16278 
TS.triHPacyl.COelim.mtpmptmmpd 6.001e+43 10.54 10.54 1.260e+36 1.74e-07  16279 
TS.triHPacyl.COelim.ttttpttmpd 2.664e+45 12.81 12.81 1.247e+36 1.72e-07  16280 
TS.triHPacyl.COelim.mptmppmpmd 5.654e+44 11.88 11.88 1.244e+36 1.72e-07  16281 
TS.triHPacyl.COelim.tpmpmtpppd 1.349e+44 11.04 11.04 1.232e+36 1.7e-07   16282 
TS.triHPacyl.COelim.mtpmpmtpmd 4.953e+44 11.83 11.83 1.186e+36 1.64e-07  16283 
TS.triHPacyl.COelim.mtmppmppmd 9.498e+43 10.85 10.85 1.183e+36 1.63e-07  16284 
TS.triHPacyl.COelim.mtmpmttmpd 1.516e+45 12.53 12.53 1.121e+36 1.55e-07  16285 
TS.triHPacyl.COelim.mtpmmppppd 7.000e+44 12.08 12.08 1.106e+36 1.53e-07  16286 
TS.triHPacyl.COelim.mmmpmtpppd 2.433e+44 11.47 11.47 1.067e+36 1.47e-07  16287 
TS.triHPacyl.COelim.mtmpmppmmd 1.472e+44 11.17 11.17 1.066e+36 1.47e-07  16288 
TS.triHPacyl.COelim.mtmtmmpppd 8.604e+45 13.60 13.60 1.058e+36 1.46e-07  16289 
TS.triHPacyl.COelim.mttpmtppmd 7.527e+45 13.53 13.53 1.050e+36 1.45e-07  16290 
TS.triHPacyl.COelim.pttppmpppd 7.414e+44 12.15 12.15 1.041e+36 1.44e-07  16291 
TS.triHPacyl.COelim.mmtmmtpmmd 8.255e+44 12.25 12.25 9.880e+35 1.36e-07  16292 
TS.triHPacyl.COelim.mtttmtmmpd 1.394e+45 12.56 12.56 9.865e+35 1.36e-07  16293 
TS.triHPacyl.COelim.mmmppmpppd 3.808e+44 11.79 11.79 9.806e+35 1.35e-07  16294 
TS.triHPacyl.COelim.pmmpmmmmpd 7.081e+43 10.80 10.80 9.642e+35 1.33e-07  16295 
TS.triHPacyl.COelim.mtptmmmmpd 1.096e+45 12.44 12.44 9.421e+35 1.3e-07   16296 
TS.triHPacyl.COelim.ptptmtpppd 7.138e+43 10.83 10.83 9.166e+35 1.27e-07  16297 
TS.triHPacyl.COelim.mtmmpptmmd 2.736e+44 11.69 11.69 8.346e+35 1.15e-07  16298 
TS.triHPacyl.COelim.pmptpppmmd 1.029e+45 12.50 12.50 8.030e+35 1.11e-07  16299 
TS.triHPacyl.COelim.ptmpmpppmd 5.130e+43 10.73 10.73 7.846e+35 1.08e-07  16300 
TS.triHPacyl.COelim.mtttmmpppd 1.412e+46 14.09 14.09 7.650e+35 1.06e-07  16301 
TS.triHPacyl.COelim.mtttmmtmpd 1.056e+46 13.95 13.95 7.261e+35 1e-07     16302 
TS.triHPacyl.COelim.mtppmtmmpd 1.975e+44 11.65 11.65 6.459e+35 8.92e-08  16303 
TS.triHPacyl.COelim.mmmpptpppd 4.536e+44 12.18 12.18 6.082e+35 8.4e-08   16304 
TS.triHPacyl.COelim.mtmpppmmpd 8.406e+43 11.25 11.25 5.394e+35 7.45e-08  16305 
TS.triHPacyl.COelim.mtmtmtpppd 8.130e+45 13.97 13.97 5.376e+35 7.42e-08  16306 
TS.triHPacyl.COelim.mtpmmttmpd 3.623e+44 12.17 12.17 4.902e+35 6.77e-08  16307 
TS.triHPacyl.COelim.mtptmtmmpd 4.574e+44 12.34 12.34 4.675e+35 6.45e-08  16308 
TS.triHPacyl.COelim.pmmpmtmmpd 5.419e+43 11.07 11.07 4.670e+35 6.45e-08  16309 
TS.triHPacyl.COelim.ptmppttpmd 2.179e+44 11.91 11.91 4.614e+35 6.37e-08  16310 
TS.triHPacyl.COelim.ptpmptpppd 4.801e+43 11.06 11.06 4.185e+35 5.78e-08  16311 
TS.triHPacyl.COelim.mpmtmmmmpd 2.628e+45 13.50 13.50 3.833e+35 5.29e-08  16312 
TS.triHPacyl.COelim.mtmppmmmmd 8.221e+43 11.47 11.47 3.622e+35 5e-08     16313 
TS.triHPacyl.COelim.mtmppptpmd 1.271e+44 11.77 11.77 3.393e+35 4.68e-08  16314 
TS.triHPacyl.COelim.ptmpptmmmd 5.921e+43 11.33 11.33 3.275e+35 4.52e-08  16315 
TS.triHPacyl.COelim.mtmtmmppmd 6.019e+45 14.09 14.09 3.258e+35 4.5e-08   16316 
TS.triHPacyl.COelim.mtttpptmmd 1.913e+45 13.41 13.41 3.241e+35 4.48e-08  16317 
TS.triHPacyl.COelim.mtptmmmmmd 1.000e+45 13.19 13.19 2.479e+35 3.42e-08  16318 
TS.triHPacyl.COelim.mmpmmtpmmd 1.075e+44 11.88 11.88 2.395e+35 3.31e-08  16319 
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TS.triHPacyl.COelim.ptttpmpppd 1.044e+45 13.27 13.27 2.253e+35 3.11e-08  16320 
TS.triHPacyl.COelim.mtttmttmpd 7.430e+45 14.45 14.45 2.193e+35 3.03e-08  16321 
TS.triHPacyl.COelim.ptmpppmmmd 1.221e+44 12.01 12.01 2.160e+35 2.98e-08  16322 
TS.triHPacyl.COelim.mtpmmmtpmd 2.897e+44 12.56 12.56 2.045e+35 2.82e-08  16323 
TS.triHPacyl.COelim.ptmpmpmmmd 7.381e+43 11.82 11.82 1.818e+35 2.51e-08  16324 
TS.triHPacyl.COelim.ptmtpmtmmd 3.039e+44 12.70 12.70 1.694e+35 2.34e-08  16325 
TS.triHPacyl.COelim.mtmpppmmmd 9.873e+43 12.06 12.06 1.628e+35 2.25e-08  16326 
TS.triHPacyl.COelim.mtmtmtppmd 5.084e+45 14.46 14.46 1.491e+35 2.06e-08  16327 
TS.triHPacyl.COelim.mtttmtpppd 5.652e+45 14.53 14.53 1.478e+35 2.04e-08  16328 
TS.triHPacyl.COelim.mmptmptmmd 1.387e+46 15.29 15.29 1.004e+35 1.39e-08  16329 
TS.triHPacyl.COelim.ptttpmppmd 1.134e+45 13.82 13.82 9.637e+34 1.33e-08  16330 
TS.triHPacyl.COelim.mtptmmppmd 2.116e+45 14.24 14.24 8.932e+34 1.23e-08  16331 
TS.triHPacyl.COelim.mtppmppppd 2.221e+45 14.35 14.35 7.880e+34 1.09e-08  16332 
TS.triHPacyl.COelim.mtptmpppmd 2.494e+45 14.44 14.44 7.524e+34 1.04e-08  16333 
TS.triHPacyl.COelim.ptmppttmpd 3.651e+44 13.38 13.38 6.553e+34 9.05e-09  16334 
TS.triHPacyl.COelim.mtpmmpmmmd 2.879e+44 13.25 13.25 6.364e+34 8.79e-09  16335 
TS.triHPacyl.COelim.pmmpmmtmpd 7.850e+43 12.75 12.75 4.013e+34 5.54e-09  16336 
TS.triHPacyl.COelim.mtpmmtmmmd 1.303e+44 13.17 13.17 3.321e+34 4.59e-09  16337 
TS.triHPacyl.COelim.mtmtmtmmmd 2.728e+44 13.71 13.71 2.784e+34 3.84e-09  16338 
TS.triHPacyl.COelim.pmmpmmtppd 1.374e+44 13.48 13.48 2.089e+34 2.88e-09  16339 
TS.triHPacyl.COelim.pmmpmttmpd 7.964e+43 13.21 13.21 1.891e+34 2.61e-09  16340 
TS.triHPacyl.COelim.mmppmptmpd 2.529e+45 15.40 15.40 1.540e+34 2.13e-09  16341 
TS.triHPacyl.COelim.mmppmmtmpd 1.777e+45 15.25 15.25 1.383e+34 1.91e-09  16342 
TS.triHPacyl.COelim.pmmpmmpppd 7.096e+43 13.47 13.47 1.099e+34 1.52e-09  16343 
TS.triHPacyl.COelim.pmmpmtpppd 1.127e+44 13.93 13.93 8.078e+33 1.12e-09  16344 
TS.triHPacyl.COelim.pmpmpmmmmd 1.028e+44 16.08 16.08 1.970e+32 2.72e-11  16345 
Total                                                7.243e+44 100       16346 
 16347 
 16348 
 16349 
(2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 16350 
========================================================== 16351 
 16352 
Population analysis at 300K. Vibrational scaling: 0.971.  16353 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 16354 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 16355 
%: contribution to the population (with current data set assumed 100%) 16356 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         16357 
-------------------------------------------------------------- 16358 
triHPacyl.tmmmmttmpu 9.711e+42 0.00  0.00  9.711e+42 19.6      16359 
triHPacyl.pmmmpttmpu 1.037e+43 0.24  0.24  6.980e+42 14.1      16360 
triHPacyl.tmmmmmtmpu 1.256e+43 0.36  0.36  6.863e+42 13.9      16361 
triHPacyl.pmmmpmtmpu 1.102e+43 1.04  1.04  1.935e+42 3.9       16362 
triHPacyl.ptppmtpmmu 7.779e+42 1.19  1.19  1.049e+42 2.12      16363 
triHPacyl.ppmpmtmpmu 5.298e+42 0.99  0.99  1.010e+42 2.04      16364 
triHPacyl.tmtpmmppmu 3.922e+43 2.35  2.35  7.561e+41 1.53      16365 
triHPacyl.ppmmptmppu 8.674e+42 1.47  1.47  7.341e+41 1.48      16366 
triHPacyl.ppmmpptmpu 6.916e+42 1.36  1.36  7.010e+41 1.41      16367 
triHPacyl.mmmmmttmpu 1.533e+43 1.85  1.85  6.859e+41 1.38      16368 
triHPacyl.pmtpppppmu 2.193e+43 2.26  2.26  4.949e+41 0.999     16369 
triHPacyl.ppmmmtpmpu 1.018e+43 1.84  1.84  4.655e+41 0.94      16370 
triHPacyl.ppppptpmpu 7.625e+43 3.08  3.08  4.365e+41 0.881     16371 
triHPacyl.tmmmpttmpu 1.407e+43 2.08  2.08  4.293e+41 0.867     16372 
triHPacyl.ppmmpttmpu 9.753e+42 1.89  1.89  4.069e+41 0.821     16373 
triHPacyl.pmtpptppmu 4.673e+43 2.85  2.85  3.927e+41 0.793     16374 
triHPacyl.pttpmtppmu 2.148e+43 2.42  2.42  3.723e+41 0.751     16375 
triHPacyl.tmtpmtppmu 5.604e+43 3.01  3.01  3.582e+41 0.723     16376 
triHPacyl.ppmmpmmppu 6.013e+42 1.69  1.69  3.535e+41 0.713     16377 
triHPacyl.ppmpmttpmu 2.920e+43 2.76  2.76  2.870e+41 0.579     16378 
triHPacyl.pppppmpmpu 5.521e+43 3.14  3.14  2.833e+41 0.572     16379 
triHPacyl.ptpppmmpmu 2.802e+43 2.75  2.75  2.772e+41 0.56      16380 
triHPacyl.ptmmptmppu 3.664e+43 2.92  2.92  2.754e+41 0.556     16381 
triHPacyl.ppmmmtmpmu 8.163e+42 2.05  2.05  2.609e+41 0.527     16382 
triHPacyl.tpppmmpmpu 8.602e+43 3.55  3.55  2.238e+41 0.452     16383 
triHPacyl.tpppmppmpu 1.465e+44 3.93  3.93  2.010e+41 0.406     16384 
triHPacyl.tpmmmttmpu 1.954e+43 2.74  2.74  1.978e+41 0.399     16385 
triHPacyl.pmtmpppppu 2.869e+43 2.97  2.97  1.978e+41 0.399     16386 
triHPacyl.ptppmtmpmu 2.014e+43 2.82  2.82  1.792e+41 0.362     16387 
triHPacyl.tmtpmmpppu 7.386e+43 3.59  3.59  1.777e+41 0.359     16388 
triHPacyl.pmtmppppmu 6.158e+44 4.88  4.88  1.715e+41 0.346     16389 
triHPacyl.ptmmpmmppu 2.976e+43 3.08  3.08  1.703e+41 0.344     16390 
triHPacyl.pmmmpmpppu 1.182e+43 2.53  2.53  1.685e+41 0.34      16391 
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triHPacyl.tpmmmmtmpu 1.261e+43 2.58  2.58  1.664e+41 0.336     16392 
triHPacyl.pttpptmpmu 4.171e+43 3.29  3.29  1.661e+41 0.335     16393 
triHPacyl.ptppptpmmu 1.260e+43 2.64  2.64  1.511e+41 0.305     16394 
triHPacyl.tpmmmtmppu 1.280e+43 2.66  2.66  1.478e+41 0.298     16395 
triHPacyl.tpmmmmmppu 8.774e+42 2.45  2.45  1.449e+41 0.293     16396 
triHPacyl.tmppmmppmu 2.016e+43 2.95  2.95  1.427e+41 0.288     16397 
triHPacyl.ppmmmppmpu 9.057e+42 2.49  2.49  1.381e+41 0.279     16398 
triHPacyl.ptmmmttmpu 2.919e+43 3.19  3.19  1.373e+41 0.277     16399 
triHPacyl.tmmmmmtmmu 4.675e+43 3.48  3.48  1.373e+41 0.277     16400 
triHPacyl.ttppmmmpmu 2.284e+43 3.05  3.05  1.370e+41 0.276     16401 
triHPacyl.pmmmptpppu 8.784e+42 2.49  2.49  1.354e+41 0.273     16402 
triHPacyl.ppmpmmmpmu 4.412e+42 2.10  2.10  1.308e+41 0.264     16403 
triHPacyl.pttppmmpmu 3.370e+43 3.35  3.35  1.226e+41 0.247     16404 
triHPacyl.ptppmmmpmu 1.928e+43 3.02  3.02  1.220e+41 0.246     16405 
triHPacyl.ptmmmtpmpu 1.157e+43 2.72  2.72  1.217e+41 0.246     16406 
triHPacyl.tmmmmmpppu 1.501e+43 2.87  2.87  1.215e+41 0.245     16407 
triHPacyl.tmmmmtpppu 1.222e+43 2.81  2.81  1.091e+41 0.22      16408 
triHPacyl.pptmpptmpu 1.663e+43 3.00  3.00  1.083e+41 0.219     16409 
triHPacyl.tmmmmtmmpu 3.001e+43 3.36  3.36  1.063e+41 0.215     16410 
triHPacyl.mmmmmmtmpu 3.599e+43 3.49  3.49  1.040e+41 0.21      16411 
triHPacyl.pttpmtmpmu 3.131e+43 3.42  3.42  1.013e+41 0.204     16412 
triHPacyl.tmtmmmtmpu 4.511e+43 3.64  3.64  1.012e+41 0.204     16413 
triHPacyl.tpppmtpmpu 1.001e+44 4.11  4.11  1.009e+41 0.204     16414 
triHPacyl.tmmmmtmppu 2.131e+43 3.19  3.19  1.008e+41 0.204     16415 
triHPacyl.pmtppppppu 3.811e+43 3.55  3.55  9.964e+40 0.201     16416 
triHPacyl.tmmmmmppmu 3.525e+43 3.50  3.50  9.892e+40 0.2       16417 
triHPacyl.tmtpmmtmpu 1.134e+44 4.21  4.21  9.678e+40 0.195     16418 
triHPacyl.tmtmmppppu 3.915e+43 3.58  3.58  9.656e+40 0.195     16419 
triHPacyl.tmmmmtpmpu 3.983e+43 3.60  3.60  9.460e+40 0.191     16420 
triHPacyl.tmmmmmpmpu 2.267e+43 3.27  3.27  9.404e+40 0.19      16421 
triHPacyl.mpmmptpmpu 2.810e+43 3.40  3.40  9.404e+40 0.19      16422 
triHPacyl.pttpmttmpu 1.366e+44 4.36  4.36  9.153e+40 0.185     16423 
triHPacyl.tmppmtppmu 2.100e+43 3.24  3.24  9.109e+40 0.184     16424 
triHPacyl.mmppptpmpu 5.195e+43 3.82  3.82  8.564e+40 0.173     16425 
triHPacyl.tmppmmpmmu 5.029e+43 3.80  3.80  8.544e+40 0.172     16426 
triHPacyl.pptmpttmpu 2.557e+43 3.40  3.40  8.497e+40 0.171     16427 
triHPacyl.tmmmmttmmu 6.756e+43 4.00  4.00  8.288e+40 0.167     16428 
triHPacyl.tmtpptppmu 4.849e+43 3.82  3.82  8.051e+40 0.162     16429 
triHPacyl.ptmmptpmpu 1.435e+43 3.09  3.09  8.039e+40 0.162     16430 
triHPacyl.pptmmtpppu 1.811e+43 3.24  3.24  7.891e+40 0.159     16431 
triHPacyl.pmmmpttppu 4.999e+43 3.85  3.85  7.867e+40 0.159     16432 
triHPacyl.ppmpmtppmu 8.808e+42 2.81  2.81  7.849e+40 0.158     16433 
triHPacyl.ptpppmpmmu 1.428e+43 3.11  3.11  7.700e+40 0.155     16434 
triHPacyl.tmtpmtpppu 1.007e+44 4.29  4.29  7.567e+40 0.153     16435 
triHPacyl.ptmmmtmppu 3.051e+43 3.58  3.58  7.560e+40 0.153     16436 
triHPacyl.pttpmtpppu 2.838e+43 3.56  3.56  7.263e+40 0.147     16437 
triHPacyl.tmtmmttmpu 8.635e+43 4.24  4.24  7.016e+40 0.142     16438 
triHPacyl.mmpppppmpu 5.782e+43 4.02  4.02  6.837e+40 0.138     16439 
triHPacyl.tptmmttmpu 5.337e+43 3.97  3.97  6.823e+40 0.138     16440 
triHPacyl.pptpmtppmu 2.259e+43 3.47  3.47  6.747e+40 0.136     16441 
triHPacyl.ppppptmppu 5.639e+43 4.01  4.01  6.743e+40 0.136     16442 
triHPacyl.tptmmmtmpu 3.241e+43 3.68  3.68  6.705e+40 0.135     16443 
triHPacyl.tpppmtppmu 2.746e+44 4.96  4.96  6.645e+40 0.134     16444 
triHPacyl.tttpmmmpmu 3.555e+43 3.76  3.76  6.469e+40 0.131     16445 
triHPacyl.ttmmmmmppu 3.308e+43 3.72  3.72  6.453e+40 0.13      16446 
triHPacyl.pmpppmppmu 2.239e+43 3.49  3.49  6.384e+40 0.129     16447 
triHPacyl.ppmpmtpmmu 1.707e+43 3.34  3.34  6.339e+40 0.128     16448 
triHPacyl.tmppmtpmmu 2.643e+43 3.61  3.61  6.223e+40 0.126     16449 
triHPacyl.tmmmmttppu 3.086e+43 3.71  3.71  6.110e+40 0.123     16450 
triHPacyl.ptppmmpmmu 1.165e+43 3.13  3.13  6.068e+40 0.122     16451 
triHPacyl.ppmmmtpppu 7.075e+42 2.84  2.84  5.994e+40 0.121     16452 
triHPacyl.tmppmtmpmu 8.446e+43 4.34  4.34  5.799e+40 0.117     16453 
triHPacyl.pptppptmpu 4.736e+43 4.00  4.00  5.785e+40 0.117     16454 
triHPacyl.pmppptppmu 2.642e+43 3.65  3.65  5.767e+40 0.116     16455 
triHPacyl.tmmmmmmmpu 2.827e+43 3.70  3.70  5.672e+40 0.114     16456 
triHPacyl.ptmmmttmmu 3.947e+43 3.91  3.91  5.610e+40 0.113     16457 
triHPacyl.tmmpmmtmmu 2.332e+43 3.60  3.60  5.525e+40 0.112     16458 
triHPacyl.pttmmtmmmu 1.256e+44 4.61  4.61  5.474e+40 0.11      16459 
triHPacyl.tmtmmmtmmu 1.027e+44 4.51  4.51  5.346e+40 0.108     16460 
triHPacyl.tmtmmtpppu 5.621e+43 4.15  4.15  5.295e+40 0.107     16461 
triHPacyl.pmmmptmmpu 2.151e+43 3.60  3.60  5.091e+40 0.103     16462 
triHPacyl.tmmmmmtppu 3.959e+43 3.97  3.97  5.045e+40 0.102     16463 
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triHPacyl.tmppmtmmmu 4.237e+43 4.02  4.02  5.000e+40 0.101     16464 
triHPacyl.pttpmpmmpu 9.092e+43 4.49  4.49  4.887e+40 0.0986    16465 
triHPacyl.pttpmtpmmu 1.946e+43 3.58  3.58  4.836e+40 0.0976    16466 
triHPacyl.tpmmptmppu 1.865e+43 3.55  3.55  4.834e+40 0.0976    16467 
triHPacyl.tmtpmttmpu 1.864e+44 4.93  4.93  4.792e+40 0.0967    16468 
triHPacyl.pmtpptpppu 5.925e+43 4.26  4.26  4.637e+40 0.0936    16469 
triHPacyl.pmtmptpppu 3.551e+43 3.97  3.97  4.586e+40 0.0926    16470 
triHPacyl.pptmpptmmu 4.235e+43 4.07  4.07  4.583e+40 0.0925    16471 
triHPacyl.pttmmtmppu 1.035e+44 4.61  4.61  4.503e+40 0.0909    16472 
triHPacyl.tmtmmttmmu 2.516e+44 5.15  5.15  4.422e+40 0.0893    16473 
triHPacyl.ptppptmpmu 2.796e+43 3.85  3.85  4.373e+40 0.0883    16474 
triHPacyl.tpmmmtmmpu 1.798e+43 3.59  3.59  4.330e+40 0.0874    16475 
triHPacyl.ptpmppmppu 1.687e+43 3.56  3.56  4.305e+40 0.0869    16476 
triHPacyl.tmppmmmmmu 2.970e+43 3.90  3.90  4.261e+40 0.086     16477 
triHPacyl.tttpmtmpmu 4.706e+43 4.19  4.19  4.199e+40 0.0848    16478 
triHPacyl.pppppmmppu 3.374e+43 3.99  3.99  4.152e+40 0.0838    16479 
triHPacyl.pmtmmmppmu 1.160e+44 4.74  4.74  4.117e+40 0.0831    16480 
triHPacyl.ppmmmttmpu 9.256e+42 3.24  3.24  4.044e+40 0.0816    16481 
triHPacyl.ptppmpmmmu 2.386e+43 3.81  3.81  4.009e+40 0.0809    16482 
triHPacyl.mmtpmmppmu 7.431e+43 4.49  4.49  3.987e+40 0.0805    16483 
triHPacyl.ppppmtmppu 4.797e+43 4.23  4.23  3.959e+40 0.0799    16484 
triHPacyl.pttpptppmu 4.120e+43 4.15  4.15  3.915e+40 0.079     16485 
triHPacyl.tptpmmppmu 2.806e+43 3.92  3.92  3.911e+40 0.0789    16486 
triHPacyl.ttmmmtmppu 4.542e+43 4.22  4.22  3.830e+40 0.0773    16487 
triHPacyl.ptppmtppmu 1.582e+43 3.60  3.60  3.783e+40 0.0763    16488 
triHPacyl.pppppttpmu 5.963e+43 4.40  4.40  3.738e+40 0.0754    16489 
triHPacyl.pttppmppmu 4.923e+43 4.28  4.28  3.735e+40 0.0754    16490 
triHPacyl.pptmpttmmu 6.563e+43 4.45  4.45  3.732e+40 0.0753    16491 
triHPacyl.pmtmpmtmpu 4.753e+43 4.27  4.27  3.666e+40 0.074     16492 
triHPacyl.ppmppppmmu 6.931e+42 3.14  3.14  3.571e+40 0.0721    16493 
triHPacyl.ptppppmpmu 3.166e+43 4.05  4.05  3.557e+40 0.0718    16494 
triHPacyl.pmmmptpmpu 2.575e+43 3.94  3.94  3.463e+40 0.0699    16495 
triHPacyl.pmmmpmtmmu 2.864e+43 4.03  4.03  3.342e+40 0.0675    16496 
triHPacyl.pptppttmpu 6.051e+43 4.47  4.47  3.329e+40 0.0672    16497 
triHPacyl.pppppptppu 1.603e+44 5.06  5.06  3.315e+40 0.0669    16498 
triHPacyl.pmmmpmppmu 2.230e+43 3.88  3.88  3.312e+40 0.0668    16499 
triHPacyl.pttmmtmpmu 9.061e+43 4.72  4.72  3.303e+40 0.0667    16500 
triHPacyl.ppmmmpmppu 5.392e+42 3.04  3.04  3.279e+40 0.0662    16501 
triHPacyl.tptpmtppmu 3.665e+43 4.19  4.19  3.247e+40 0.0655    16502 
triHPacyl.tmmmmtppmu 3.208e+43 4.11  4.11  3.235e+40 0.0653    16503 
triHPacyl.ptmmmtppmu 2.504e+43 3.97  3.97  3.231e+40 0.0652    16504 
triHPacyl.ttppmtmpmu 7.198e+43 4.60  4.60  3.228e+40 0.0651    16505 
triHPacyl.ttppmtpmmu 1.568e+43 3.69  3.69  3.223e+40 0.0651    16506 
triHPacyl.pppppptmpu 1.707e+44 5.11  5.11  3.208e+40 0.0648    16507 
triHPacyl.ptppmmmmmu 2.646e+43 4.00  4.00  3.202e+40 0.0646    16508 
triHPacyl.mmpmptpmpu 3.288e+43 4.14  4.14  3.178e+40 0.0641    16509 
triHPacyl.tmtmmpppmu 7.391e+43 4.63  4.63  3.146e+40 0.0635    16510 
triHPacyl.pptmpttppu 7.317e+43 4.63  4.63  3.081e+40 0.0622    16511 
triHPacyl.ptmmpmtmpu 3.824e+43 4.25  4.25  3.065e+40 0.0619    16512 
triHPacyl.pttmmtpmpu 8.539e+43 4.74  4.74  2.995e+40 0.0605    16513 
triHPacyl.ppmpptmpmu 1.012e+43 3.49  3.49  2.895e+40 0.0584    16514 
triHPacyl.ttppmmpmmu 1.548e+43 3.75  3.75  2.887e+40 0.0583    16515 
triHPacyl.pmmmpttmmu 3.402e+43 4.23  4.23  2.815e+40 0.0568    16516 
triHPacyl.pttmptmppu 8.630e+43 4.79  4.79  2.794e+40 0.0564    16517 
triHPacyl.tptpmttpmu 6.011e+44 5.95  5.95  2.790e+40 0.0563    16518 
triHPacyl.tptmmttppu 1.838e+44 5.26  5.26  2.724e+40 0.055     16519 
triHPacyl.mmpmpppmpu 2.063e+43 3.96  3.96  2.702e+40 0.0545    16520 
triHPacyl.ppmmmmmpmu 6.830e+42 3.30  3.30  2.700e+40 0.0545    16521 
triHPacyl.ppmpmmtpmu 2.987e+43 4.18  4.18  2.682e+40 0.0541    16522 
triHPacyl.pttmppmppu 6.487e+43 4.66  4.66  2.631e+40 0.0531    16523 
triHPacyl.ptmmpmpmpu 1.295e+43 3.70  3.70  2.597e+40 0.0524    16524 
triHPacyl.ptmmpttmpu 6.328e+43 4.65  4.65  2.583e+40 0.0521    16525 
triHPacyl.ppmmmttmmu 2.166e+43 4.03  4.03  2.527e+40 0.051     16526 
triHPacyl.tpmpmmmpmu 1.389e+43 3.77  3.77  2.505e+40 0.0506    16527 
triHPacyl.pmtmpttmpu 5.399e+43 4.59  4.59  2.467e+40 0.0498    16528 
triHPacyl.ptmmpmtppu 1.382e+44 5.15  5.15  2.467e+40 0.0498    16529 
triHPacyl.ppmpmmtmmu 4.021e+43 4.41  4.41  2.456e+40 0.0496    16530 
triHPacyl.tpppmttppu 5.254e+44 5.95  5.95  2.441e+40 0.0493    16531 
triHPacyl.tmtpmmpmmu 6.742e+43 4.73  4.73  2.430e+40 0.049     16532 
triHPacyl.pttpptpmmu 2.282e+43 4.09  4.09  2.381e+40 0.048     16533 
triHPacyl.tmmpmmppmu 5.899e+43 4.66  4.66  2.375e+40 0.0479    16534 
triHPacyl.pptpptppmu 2.654e+43 4.20  4.20  2.327e+40 0.047     16535 
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triHPacyl.pmmmpmmmpu 2.491e+43 4.16  4.16  2.317e+40 0.0468    16536 
triHPacyl.pppppttmpu 2.481e+44 5.54  5.54  2.292e+40 0.0463    16537 
triHPacyl.tpmpmttmmu 5.314e+43 4.63  4.63  2.252e+40 0.0455    16538 
triHPacyl.ttpmmmmppu 2.194e+43 4.11  4.11  2.239e+40 0.0452    16539 
triHPacyl.ppmmmtmmpu 1.652e+43 3.94  3.94  2.227e+40 0.0449    16540 
triHPacyl.tmmmpmtmpu 2.353e+43 4.18  4.18  2.136e+40 0.0431    16541 
triHPacyl.pmmmpmpmpu 1.470e+43 3.91  3.91  2.070e+40 0.0418    16542 
triHPacyl.tpmmmmmmpu 1.305e+43 3.85  3.85  2.030e+40 0.041     16543 
triHPacyl.pmpppmmmmu 2.093e+43 4.14  4.14  2.021e+40 0.0408    16544 
triHPacyl.ppmppmmpmu 7.046e+42 3.49  3.49  2.015e+40 0.0407    16545 
triHPacyl.tpmpmmtmmu 3.679e+43 4.49  4.49  1.968e+40 0.0397    16546 
triHPacyl.tmtppttmpu 5.594e+44 6.11  6.11  1.967e+40 0.0397    16547 
triHPacyl.ppmmmtmppu 9.217e+42 3.67  3.67  1.964e+40 0.0396    16548 
triHPacyl.pmpppmmppu 9.290e+43 5.05  5.05  1.955e+40 0.0395    16549 
triHPacyl.pttmmttmmu 7.991e+43 4.96  4.96  1.932e+40 0.039     16550 
triHPacyl.ppmpmmpmmu 2.279e+43 4.22  4.22  1.915e+40 0.0386    16551 
triHPacyl.mpmmpttmpu 1.179e+43 3.83  3.83  1.914e+40 0.0386    16552 
triHPacyl.pttmpmpppu 1.981e+43 4.14  4.14  1.907e+40 0.0385    16553 
triHPacyl.pmtmpmtmmu 9.033e+43 5.05  5.05  1.906e+40 0.0385    16554 
triHPacyl.pptppttpmu 1.520e+44 5.36  5.36  1.899e+40 0.0383    16555 
triHPacyl.tmmtmpppmu 1.216e+43 3.86  3.86  1.880e+40 0.0379    16556 
triHPacyl.tptmmppmmu 1.821e+44 5.47  5.47  1.878e+40 0.0379    16557 
triHPacyl.tptmmtpppu 6.289e+43 4.85  4.85  1.842e+40 0.0372    16558 
triHPacyl.pttpmmppmu 2.403e+43 4.29  4.29  1.799e+40 0.0363    16559 
triHPacyl.ptmmpttppu 1.920e+44 5.53  5.53  1.789e+40 0.0361    16560 
triHPacyl.ptmmmtmpmu 3.478e+43 4.52  4.52  1.782e+40 0.036     16561 
triHPacyl.ptmmptmpmu 4.183e+43 4.63  4.63  1.767e+40 0.0357    16562 
triHPacyl.tpmpmtmpmu 1.537e+43 4.04  4.04  1.766e+40 0.0357    16563 
triHPacyl.tmtpptpppu 7.553e+43 4.99  4.99  1.745e+40 0.0352    16564 
triHPacyl.mmpppttmpu 2.285e+44 5.65  5.65  1.735e+40 0.035     16565 
triHPacyl.tpmpmtppmu 7.802e+43 5.03  5.03  1.681e+40 0.0339    16566 
triHPacyl.mpmmpppmpu 1.122e+43 3.88  3.88  1.680e+40 0.0339    16567 
triHPacyl.ppptptpmmu 7.860e+43 5.04  5.04  1.666e+40 0.0336    16568 
triHPacyl.tptmmmtmmu 7.856e+43 5.04  5.04  1.663e+40 0.0336    16569 
triHPacyl.pttmptpppu 3.351e+43 4.54  4.54  1.656e+40 0.0334    16570 
triHPacyl.tptpmmtmpu 9.342e+43 5.15  5.15  1.654e+40 0.0334    16571 
triHPacyl.tmppmttmmu 8.030e+43 5.06  5.06  1.642e+40 0.0331    16572 
triHPacyl.pmppptmmmu 2.639e+43 4.41  4.41  1.629e+40 0.0329    16573 
triHPacyl.mmpmpttmpu 9.514e+43 5.18  5.18  1.607e+40 0.0324    16574 
triHPacyl.ptpmmtpmpu 1.342e+43 4.02  4.02  1.593e+40 0.0322    16575 
triHPacyl.pptpmtmpmu 1.887e+43 4.23  4.23  1.574e+40 0.0318    16576 
triHPacyl.ttppmpmpmu 5.985e+43 4.92  4.92  1.571e+40 0.0317    16577 
triHPacyl.pttmmtpppu 2.725e+43 4.45  4.45  1.568e+40 0.0317    16578 
triHPacyl.ppmmmttppu 3.039e+43 4.52  4.52  1.549e+40 0.0313    16579 
triHPacyl.tptpmppmmu 2.812e+43 4.48  4.48  1.544e+40 0.0312    16580 
triHPacyl.tmtmmmpmpu 5.224e+43 4.85  4.85  1.541e+40 0.0311    16581 
triHPacyl.ptmmmmtmpu 3.111e+43 4.56  4.56  1.487e+40 0.03      16582 
triHPacyl.pttmmttmpu 3.474e+43 4.63  4.63  1.476e+40 0.0298    16583 
triHPacyl.tpmmmtpppu 2.761e+43 4.49  4.49  1.469e+40 0.0297    16584 
triHPacyl.pttpmmmpmu 3.268e+43 4.59  4.59  1.469e+40 0.0296    16585 
triHPacyl.mttpptppmu 1.994e+43 4.30  4.30  1.467e+40 0.0296    16586 
triHPacyl.tpppmmtppu 2.594e+44 5.83  5.83  1.462e+40 0.0295    16587 
triHPacyl.pptpmtpppu 3.240e+43 4.59  4.59  1.461e+40 0.0295    16588 
triHPacyl.tmtpmtpmmu 8.041e+43 5.14  5.14  1.460e+40 0.0295    16589 
triHPacyl.pptpppppmu 1.861e+43 4.27  4.27  1.447e+40 0.0292    16590 
triHPacyl.pmtmpttmmu 1.291e+44 5.43  5.43  1.435e+40 0.029     16591 
triHPacyl.pmmmpmtppu 3.215e+43 4.60  4.60  1.433e+40 0.0289    16592 
triHPacyl.pmtppttmpu 1.502e+44 5.52  5.52  1.420e+40 0.0287    16593 
triHPacyl.pptpptmpmu 2.085e+43 4.35  4.35  1.418e+40 0.0286    16594 
triHPacyl.pttmmtpmmu 4.886e+43 4.87  4.87  1.381e+40 0.0279    16595 
triHPacyl.mmtpmpppmu 8.566e+43 5.22  5.22  1.359e+40 0.0274    16596 
triHPacyl.tttmmmmppu 6.300e+43 5.04  5.04  1.341e+40 0.0271    16597 
triHPacyl.ppppppmppu 6.965e+43 5.10  5.10  1.339e+40 0.027     16598 
triHPacyl.ppppmttppu 1.802e+44 5.67  5.67  1.331e+40 0.0269    16599 
triHPacyl.mmtmptpmmu 8.253e+43 5.22  5.22  1.305e+40 0.0263    16600 
triHPacyl.tmppmmtmmu 5.750e+43 5.01  5.01  1.282e+40 0.0259    16601 
triHPacyl.tptmmttmmu 1.199e+44 5.46  5.46  1.268e+40 0.0256    16602 
triHPacyl.ptmmpmmpmu 2.973e+43 4.63  4.63  1.268e+40 0.0256    16603 
triHPacyl.tptmmmpppu 3.715e+43 4.76  4.76  1.256e+40 0.0254    16604 
triHPacyl.tpppptpmpu 1.024e+44 5.38  5.38  1.236e+40 0.0249    16605 
triHPacyl.pttppttpmu 9.162e+43 5.32  5.32  1.227e+40 0.0248    16606 
triHPacyl.ppmpmppmmu 1.339e+43 4.17  4.17  1.223e+40 0.0247    16607 
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triHPacyl.pttmptmpmu 1.031e+44 5.39  5.39  1.214e+40 0.0245    16608 
triHPacyl.pptmmtppmu 3.556e+43 4.77  4.77  1.201e+40 0.0242    16609 
triHPacyl.tpmpmmpmmu 1.234e+43 4.14  4.14  1.192e+40 0.0241    16610 
triHPacyl.mpmmptmpmu 1.362e+43 4.20  4.20  1.192e+40 0.0241    16611 
triHPacyl.ttmmmmtmpu 3.842e+43 4.82  4.82  1.178e+40 0.0238    16612 
triHPacyl.pttmpptppu 7.574e+43 5.23  5.23  1.177e+40 0.0238    16613 
triHPacyl.ppptpmpmmu 6.119e+43 5.10  5.10  1.175e+40 0.0237    16614 
triHPacyl.ptmmmmmppu 3.112e+43 4.71  4.71  1.157e+40 0.0233    16615 
triHPacyl.ppmpmtmmmu 1.620e+43 4.32  4.32  1.147e+40 0.0231    16616 
triHPacyl.tpmpmmppmu 4.193e+43 4.89  4.89  1.146e+40 0.0231    16617 
triHPacyl.tmtmptpppu 5.404e+43 5.05  5.05  1.141e+40 0.023     16618 
triHPacyl.tpppmttmmu 1.484e+45 7.03  7.03  1.124e+40 0.0227    16619 
triHPacyl.pmppmtpmpu 3.426e+43 4.79  4.79  1.119e+40 0.0226    16620 
triHPacyl.pttmppmpmu 9.285e+43 5.38  5.38  1.110e+40 0.0224    16621 
triHPacyl.pttmpmtmpu 2.857e+43 4.69  4.69  1.101e+40 0.0222    16622 
triHPacyl.pmmmptmppu 2.703e+43 4.66  4.66  1.093e+40 0.0221    16623 
triHPacyl.tpppmttmpu 6.531e+44 6.56  6.56  1.083e+40 0.0219    16624 
triHPacyl.tpptmmpmmu 9.841e+43 5.45  5.45  1.059e+40 0.0214    16625 
triHPacyl.tmmtmmpmmu 1.674e+43 4.40  4.40  1.048e+40 0.0212    16626 
triHPacyl.tpmmmttppu 5.801e+43 5.14  5.14  1.042e+40 0.021     16627 
triHPacyl.ptmtpmmppu 1.215e+44 5.59  5.59  1.030e+40 0.0208    16628 
triHPacyl.mmppptmppu 2.718e+43 4.70  4.70  1.029e+40 0.0208    16629 
triHPacyl.tpppmmtmpu 2.985e+44 6.13  6.13  1.028e+40 0.0208    16630 
triHPacyl.tmtpppppmu 6.596e+43 5.23  5.23  1.024e+40 0.0207    16631 
triHPacyl.tptpmttmpu 1.283e+44 5.63  5.63  1.022e+40 0.0206    16632 
triHPacyl.tpmpmmtpmu 5.754e+43 5.15  5.15  1.014e+40 0.0205    16633 
triHPacyl.tmmtmmpmpu 9.164e+43 5.43  5.43  1.007e+40 0.0203    16634 
triHPacyl.pmtppmtmpu 7.063e+43 5.29  5.29  9.884e+39 0.0199    16635 
triHPacyl.tmtmmtppmu 1.144e+44 5.58  5.58  9.811e+39 0.0198    16636 
triHPacyl.mmpppttppu 1.194e+44 5.61  5.61  9.749e+39 0.0197    16637 
triHPacyl.pptmpptppu 3.539e+43 4.89  4.89  9.677e+39 0.0195    16638 
triHPacyl.tpppmmmppu 4.515e+43 5.04  5.04  9.675e+39 0.0195    16639 
triHPacyl.ttmmmtpmpu 1.608e+43 4.43  4.43  9.609e+39 0.0194    16640 
triHPacyl.mpmmptmppu 1.971e+43 4.55  4.55  9.565e+39 0.0193    16641 
triHPacyl.tpmmmmpppu 1.581e+43 4.43  4.43  9.420e+39 0.019     16642 
triHPacyl.ttppmmmppu 5.715e+43 5.20  5.20  9.235e+39 0.0186    16643 
triHPacyl.pptmmtmppu 1.689e+43 4.48  4.48  9.205e+39 0.0186    16644 
triHPacyl.tmtpmtmpmu 3.287e+43 4.88  4.88  9.174e+39 0.0185    16645 
triHPacyl.pttmmtppmu 6.029e+43 5.24  5.24  9.127e+39 0.0184    16646 
triHPacyl.tttpmmppmu 6.385e+43 5.28  5.28  9.106e+39 0.0184    16647 
triHPacyl.ptppmmppmu 2.773e+43 4.79  4.79  8.982e+39 0.0181    16648 
triHPacyl.mmtpmmpppu 1.412e+44 5.77  5.77  8.809e+39 0.0178    16649 
triHPacyl.tmttmmtmpu 1.650e+44 5.87  5.87  8.750e+39 0.0177    16650 
triHPacyl.pmtmptppmu 1.168e+44 5.66  5.66  8.746e+39 0.0177    16651 
triHPacyl.tmppmttpmu 6.771e+43 5.34  5.34  8.721e+39 0.0176    16652 
triHPacyl.pmmppptmmu 2.233e+43 4.68  4.68  8.698e+39 0.0176    16653 
triHPacyl.tpmmmmtppu 4.315e+43 5.07  5.07  8.697e+39 0.0176    16654 
triHPacyl.tpppmtmppu 6.903e+43 5.35  5.35  8.693e+39 0.0175    16655 
triHPacyl.pttppptpmu 5.664e+43 5.24  5.24  8.571e+39 0.0173    16656 
triHPacyl.tpmpmtpmmu 1.462e+43 4.44  4.44  8.552e+39 0.0173    16657 
triHPacyl.pptmptpmpu 3.295e+43 4.93  4.93  8.472e+39 0.0171    16658 
triHPacyl.pptmmttmpu 2.900e+43 4.85  4.85  8.458e+39 0.0171    16659 
triHPacyl.pptmmttppu 5.504e+43 5.24  5.24  8.403e+39 0.017     16660 
triHPacyl.tpmpmttpmu 5.699e+43 5.26  5.26  8.400e+39 0.017     16661 
triHPacyl.ptmmpttmmu 1.330e+44 5.77  5.77  8.373e+39 0.0169    16662 
triHPacyl.tptmmmpmpu 3.777e+43 5.02  5.02  8.356e+39 0.0169    16663 
triHPacyl.pttmpttppu 7.519e+43 5.43  5.43  8.347e+39 0.0168    16664 
triHPacyl.ptppmtmppu 1.889e+43 4.61  4.61  8.324e+39 0.0168    16665 
triHPacyl.tmppmmtpmu 4.511e+43 5.13  5.13  8.306e+39 0.0168    16666 
triHPacyl.ppptptpmpu 1.129e+44 5.68  5.68  8.169e+39 0.0165    16667 
triHPacyl.tmmppmppmu 4.736e+43 5.17  5.17  8.127e+39 0.0164    16668 
triHPacyl.mptpptmpmu 1.787e+43 4.59  4.59  8.075e+39 0.0163    16669 
triHPacyl.ppptpmpmpu 1.062e+44 5.67  5.67  7.856e+39 0.0159    16670 
triHPacyl.tmtmmmpmmu 2.498e+44 6.19  6.19  7.687e+39 0.0155    16671 
triHPacyl.ptmmmmtmmu 4.568e+43 5.18  5.18  7.643e+39 0.0154    16672 
triHPacyl.ptmmpmtmmu 7.809e+43 5.51  5.51  7.624e+39 0.0154    16673 
triHPacyl.mptpptppmu 1.187e+43 4.38  4.38  7.607e+39 0.0154    16674 
triHPacyl.pttmpttmpu 5.858e+43 5.34  5.34  7.600e+39 0.0153    16675 
triHPacyl.tmmtmtppmu 6.932e+43 5.44  5.44  7.505e+39 0.0151    16676 
triHPacyl.pptppmmpmu 1.492e+43 4.53  4.53  7.453e+39 0.015     16677 
triHPacyl.pmmtppppmu 1.560e+43 4.56  4.56  7.384e+39 0.0149    16678 
triHPacyl.ppttptpmpu 4.572e+43 5.21  5.21  7.301e+39 0.0147    16679 
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triHPacyl.tmtmmtpmmu 3.668e+44 6.46  6.46  7.215e+39 0.0146    16680 
triHPacyl.tmtmmtmmmu 4.612e+44 6.60  6.60  7.211e+39 0.0146    16681 
triHPacyl.mpmmpmtmpu 1.424e+43 4.52  4.52  7.209e+39 0.0146    16682 
triHPacyl.pmmmptppmu 2.235e+43 4.80  4.80  7.162e+39 0.0145    16683 
triHPacyl.mpmmmtmppu 9.255e+42 4.27  4.27  7.154e+39 0.0144    16684 
triHPacyl.mmtmpppmmu 6.397e+43 5.44  5.44  7.004e+39 0.0141    16685 
triHPacyl.ptmmmtmmpu 4.527e+43 5.23  5.23  6.959e+39 0.014     16686 
triHPacyl.tttmmmmpmu 9.119e+43 5.65  5.65  6.935e+39 0.014     16687 
triHPacyl.tpptmtpmmu 1.361e+44 5.90  5.90  6.906e+39 0.0139    16688 
triHPacyl.ttmmmttmpu 7.295e+43 5.53  5.53  6.873e+39 0.0139    16689 
triHPacyl.pmppmmpmpu 4.122e+43 5.19  5.19  6.807e+39 0.0137    16690 
triHPacyl.ptppmtpmpu 4.326e+43 5.23  5.23  6.745e+39 0.0136    16691 
triHPacyl.pptppptpmu 5.664e+43 5.39  5.39  6.720e+39 0.0136    16692 
triHPacyl.tttmmtmppu 8.536e+43 5.64  5.64  6.696e+39 0.0135    16693 
triHPacyl.tmtmpttmpu 8.671e+43 5.65  5.65  6.687e+39 0.0135    16694 
triHPacyl.ptmtptmppu 1.101e+44 5.80  5.80  6.541e+39 0.0132    16695 
triHPacyl.tptmmtpmpu 5.324e+43 5.37  5.37  6.519e+39 0.0132    16696 
triHPacyl.ppmmptmmpu 2.057e+43 4.81  4.81  6.454e+39 0.013     16697 
triHPacyl.ptmtmtmppu 1.034e+44 5.78  5.78  6.413e+39 0.0129    16698 
triHPacyl.pttmmmmppu 8.854e+43 5.69  5.69  6.300e+39 0.0127    16699 
triHPacyl.ptpppppmpu 3.004e+43 5.05  5.05  6.298e+39 0.0127    16700 
triHPacyl.tpmmpttmpu 3.219e+43 5.09  5.09  6.268e+39 0.0126    16701 
triHPacyl.ptppptpmpu 6.220e+43 5.49  5.49  6.178e+39 0.0125    16702 
triHPacyl.ptmtmtmpmu 1.836e+44 6.15  6.15  6.092e+39 0.0123    16703 
triHPacyl.pttmmmmmmu 1.196e+44 5.89  5.89  6.088e+39 0.0123    16704 
triHPacyl.mmmmmttmmu 1.113e+44 5.86  5.86  6.016e+39 0.0121    16705 
triHPacyl.pttppmpmmu 1.881e+43 4.80  4.80  5.966e+39 0.012     16706 
triHPacyl.tptpmtpmmu 6.036e+43 5.50  5.50  5.921e+39 0.012     16707 
triHPacyl.ppptptmpmu 6.012e+43 5.51  5.51  5.816e+39 0.0117    16708 
triHPacyl.ppptpmmpmu 4.162e+43 5.30  5.30  5.706e+39 0.0115    16709 
triHPacyl.tmtmmmmmmu 2.072e+44 6.26  6.26  5.688e+39 0.0115    16710 
triHPacyl.mmpmpttppu 6.481e+43 5.57  5.57  5.683e+39 0.0115    16711 
triHPacyl.tttmmmtmpu 4.002e+43 5.28  5.28  5.680e+39 0.0115    16712 
triHPacyl.tttmmmpppu 2.298e+43 4.95  4.95  5.673e+39 0.0114    16713 
triHPacyl.ptpmmmmppu 1.693e+43 4.77  4.77  5.638e+39 0.0114    16714 
triHPacyl.ptmmmmpmpu 1.330e+43 4.63  4.63  5.600e+39 0.0113    16715 
triHPacyl.mpmmpttppu 5.407e+43 5.47  5.47  5.578e+39 0.0113    16716 
triHPacyl.tpmmmppmmu 2.355e+43 4.98  4.98  5.565e+39 0.0112    16717 
triHPacyl.tmmpmmpmpu 2.619e+43 5.04  5.04  5.551e+39 0.0112    16718 
triHPacyl.ppmtmtmppu 4.782e+43 5.41  5.41  5.501e+39 0.0111    16719 
triHPacyl.pttppppppu 6.974e+43 5.64  5.64  5.470e+39 0.011     16720 
triHPacyl.mpppptmppu 4.326e+43 5.35  5.35  5.438e+39 0.011     16721 
triHPacyl.tptmmmtppu 5.457e+43 5.50  5.50  5.414e+39 0.0109    16722 
triHPacyl.tmtmmtpmpu 9.580e+43 5.83  5.83  5.408e+39 0.0109    16723 
triHPacyl.tptpmmtpmu 1.197e+44 5.97  5.97  5.396e+39 0.0109    16724 
triHPacyl.ptmtmtppmu 5.416e+43 5.49  5.49  5.383e+39 0.0109    16725 
triHPacyl.tmmpmttmmu 1.336e+44 6.03  6.03  5.367e+39 0.0108    16726 
triHPacyl.tttpmtpmmu 2.767e+43 5.10  5.10  5.290e+39 0.0107    16727 
triHPacyl.mmtmmtpppu 5.753e+43 5.54  5.54  5.260e+39 0.0106    16728 
triHPacyl.tmtpmmtpmu 1.424e+44 6.09  6.09  5.196e+39 0.0105    16729 
triHPacyl.pttpmmpppu 3.969e+43 5.33  5.33  5.161e+39 0.0104    16730 
triHPacyl.pptmptmpmu 2.597e+44 6.46  6.46  5.134e+39 0.0104    16731 
triHPacyl.tmttmttmpu 3.105e+44 6.57  6.57  5.081e+39 0.0103    16732 
triHPacyl.pptmppmmmu 2.613e+44 6.47  6.47  5.044e+39 0.0102    16733 
triHPacyl.mmtmpttmpu 1.992e+44 6.31  6.31  5.025e+39 0.0101    16734 
triHPacyl.tmtmpttmmu 2.322e+44 6.41  6.41  4.981e+39 0.0101    16735 
triHPacyl.mmpppptmpu 1.837e+44 6.28  6.28  4.923e+39 0.00994   16736 
triHPacyl.pptpmttpmu 1.357e+44 6.10  6.10  4.864e+39 0.00982   16737 
triHPacyl.pttpptpppu 8.307e+43 5.81  5.81  4.830e+39 0.00975   16738 
triHPacyl.mtmmpttmpu 3.197e+43 5.25  5.25  4.823e+39 0.00973   16739 
triHPacyl.tptpmmpppu 4.229e+43 5.41  5.41  4.818e+39 0.00972   16740 
triHPacyl.ptttmtmpmu 1.228e+44 6.05  6.05  4.810e+39 0.00971   16741 
triHPacyl.pmmpppppmu 1.485e+43 4.80  4.80  4.757e+39 0.0096    16742 
triHPacyl.ppptmtmpmu 5.051e+43 5.53  5.53  4.733e+39 0.00955   16743 
triHPacyl.ptpmmtmppu 4.717e+43 5.49  5.49  4.724e+39 0.00953   16744 
triHPacyl.tmmpmtpmmu 5.896e+43 5.62  5.62  4.709e+39 0.0095    16745 
triHPacyl.tmmpmmpmmu 1.692e+43 4.88  4.88  4.687e+39 0.00946   16746 
triHPacyl.pttmmmmpmu 8.801e+43 5.87  5.87  4.673e+39 0.00943   16747 
triHPacyl.ppmmmmtmmu 2.426e+43 5.11  5.11  4.605e+39 0.00929   16748 
triHPacyl.pptmptmppu 1.773e+43 4.93  4.93  4.564e+39 0.00921   16749 
triHPacyl.pttppttmpu 4.050e+44 6.80  6.80  4.492e+39 0.00907   16750 
triHPacyl.pptmppmpmu 1.013e+44 5.98  5.98  4.455e+39 0.00899   16751 
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triHPacyl.pmtppttmmu 3.748e+43 5.39  5.39  4.446e+39 0.00897   16752 
triHPacyl.ttmmmmtppu 1.239e+44 6.10  6.10  4.446e+39 0.00897   16753 
triHPacyl.ttmmmmmpmu 3.863e+43 5.41  5.41  4.415e+39 0.00891   16754 
triHPacyl.pmpppptmmu 3.890e+43 5.42  5.42  4.412e+39 0.00891   16755 
triHPacyl.tpptmmpmpu 1.019e+44 6.00  6.00  4.370e+39 0.00882   16756 
triHPacyl.pptppmpmmu 4.601e+43 5.53  5.53  4.332e+39 0.00874   16757 
triHPacyl.ptppmttmmu 4.008e+43 5.45  5.45  4.323e+39 0.00873   16758 
triHPacyl.ptttptmpmu 1.443e+44 6.21  6.21  4.298e+39 0.00868   16759 
triHPacyl.ppppmmmppu 4.635e+43 5.54  5.54  4.281e+39 0.00864   16760 
triHPacyl.ttmmmmpmpu 1.345e+43 4.80  4.80  4.280e+39 0.00864   16761 
triHPacyl.ttmmmmtmmu 1.075e+44 6.04  6.04  4.262e+39 0.0086    16762 
triHPacyl.ppmmptpmpu 1.968e+43 5.03  5.03  4.242e+39 0.00856   16763 
triHPacyl.tmmtmmpppu 6.867e+43 5.78  5.78  4.219e+39 0.00852   16764 
triHPacyl.mmtmmttmpu 9.407e+43 5.98  5.98  4.140e+39 0.00836   16765 
triHPacyl.tmmpmtpmpu 1.921e+43 5.04  5.04  4.101e+39 0.00828   16766 
triHPacyl.ppmtmtmpmu 2.968e+43 5.30  5.30  4.088e+39 0.00825   16767 
triHPacyl.mmpmpptmpu 5.255e+43 5.64  5.64  4.069e+39 0.00821   16768 
triHPacyl.pptpptpmmu 3.610e+43 5.43  5.43  3.998e+39 0.00807   16769 
triHPacyl.tmpmmmpppu 2.723e+43 5.26  5.26  3.983e+39 0.00804   16770 
triHPacyl.ppppmtpppu 9.902e+43 6.03  6.03  3.983e+39 0.00804   16771 
triHPacyl.tmttmmpppu 9.948e+43 6.04  6.04  3.955e+39 0.00798   16772 
triHPacyl.ptptptmppu 6.706e+43 5.81  5.81  3.947e+39 0.00797   16773 
triHPacyl.tttmmtmpmu 1.033e+44 6.07  6.07  3.888e+39 0.00785   16774 
triHPacyl.mmtppttmpu 9.702e+44 7.41  7.41  3.888e+39 0.00785   16775 
triHPacyl.mmtpmttmpu 2.263e+44 6.54  6.54  3.887e+39 0.00784   16776 
triHPacyl.pttmpmppmu 4.371e+43 5.56  5.56  3.868e+39 0.00781   16777 
triHPacyl.mmmmmtmmpu 3.845e+43 5.49  5.49  3.867e+39 0.0078    16778 
triHPacyl.ptttmttmpu 1.104e+44 6.12  6.12  3.819e+39 0.00771   16779 
triHPacyl.mttpptpppu 2.739e+43 5.29  5.29  3.814e+39 0.0077    16780 
triHPacyl.ptmtppmpmu 1.388e+44 6.27  6.27  3.780e+39 0.00763   16781 
triHPacyl.mmpmppmppu 1.501e+44 6.31  6.31  3.770e+39 0.00761   16782 
triHPacyl.pptmpmpmpu 2.443e+43 5.23  5.23  3.760e+39 0.00759   16783 
triHPacyl.ptttmtmmpu 1.519e+44 6.32  6.32  3.753e+39 0.00757   16784 
triHPacyl.pmpppptpmu 2.798e+43 5.32  5.32  3.750e+39 0.00757   16785 
triHPacyl.ptpppptpmu 9.526e+43 6.05  6.05  3.746e+39 0.00756   16786 
triHPacyl.pttpmtmppu 1.649e+44 6.38  6.38  3.722e+39 0.00751   16787 
triHPacyl.mmpmptmmpu 5.532e+43 5.73  5.73  3.717e+39 0.0075    16788 
triHPacyl.pmptmtpmmu 5.279e+43 5.70  5.70  3.716e+39 0.0075    16789 
triHPacyl.tmtpmmmpmu 1.547e+44 6.35  6.35  3.685e+39 0.00744   16790 
triHPacyl.mmmmmtpppu 1.274e+43 4.87  4.87  3.608e+39 0.00728   16791 
triHPacyl.mmpmptpppu 3.162e+43 5.41  5.41  3.602e+39 0.00727   16792 
triHPacyl.ppttpptmpu 6.678e+43 5.87  5.87  3.527e+39 0.00712   16793 
triHPacyl.pmptppppmu 1.371e+44 6.30  6.30  3.525e+39 0.00711   16794 
triHPacyl.pttpmmmmpu 6.720e+43 5.88  5.88  3.522e+39 0.00711   16795 
triHPacyl.mpppptmpmu 4.484e+43 5.64  5.64  3.500e+39 0.00706   16796 
triHPacyl.pptmmttmmu 7.667e+43 5.96  5.96  3.491e+39 0.00705   16797 
triHPacyl.mmpmpppppu 2.267e+43 5.23  5.23  3.486e+39 0.00704   16798 
triHPacyl.tpmpmtmmmu 2.044e+43 5.18  5.18  3.449e+39 0.00696   16799 
triHPacyl.tptpmtpppu 5.096e+43 5.72  5.72  3.445e+39 0.00695   16800 
triHPacyl.tmmtmtpmpu 7.054e+43 5.92  5.92  3.424e+39 0.00691   16801 
triHPacyl.mpppptpmpu 1.141e+44 6.22  6.22  3.386e+39 0.00683   16802 
triHPacyl.tpptmtpmpu 1.719e+44 6.46  6.46  3.361e+39 0.00678   16803 
triHPacyl.ppmmmmmppu 8.555e+42 4.68  4.68  3.352e+39 0.00676   16804 
triHPacyl.tppppppmpu 5.493e+43 5.79  5.79  3.302e+39 0.00666   16805 
triHPacyl.tmmmpttmmu 1.028e+44 6.18  6.18  3.251e+39 0.00656   16806 
triHPacyl.tmmmmtmpmu 6.940e+43 5.94  5.94  3.251e+39 0.00656   16807 
triHPacyl.ptmmppmmpu 4.778e+43 5.72  5.72  3.233e+39 0.00653   16808 
triHPacyl.tptpmmmpmu 2.688e+43 5.38  5.38  3.229e+39 0.00652   16809 
triHPacyl.pmppmtpmmu 1.437e+43 5.01  5.01  3.222e+39 0.0065    16810 
triHPacyl.tmtpmttpmu 1.973e+44 6.57  6.57  3.212e+39 0.00648   16811 
triHPacyl.ptttmtmppu 1.099e+44 6.23  6.23  3.159e+39 0.00638   16812 
triHPacyl.mmmmmtpmpu 5.362e+43 5.81  5.81  3.131e+39 0.00632   16813 
triHPacyl.tmtmmmtppu 7.963e+43 6.05  6.05  3.106e+39 0.00627   16814 
triHPacyl.ppptmtmppu 7.453e+43 6.01  6.01  3.105e+39 0.00627   16815 
triHPacyl.tmmmptppmu 2.906e+43 5.46  5.46  3.042e+39 0.00614   16816 
triHPacyl.tmttmmtmmu 1.516e+44 6.45  6.45  3.034e+39 0.00612   16817 
triHPacyl.ptttppmpmu 1.044e+44 6.23  6.23  3.012e+39 0.00608   16818 
triHPacyl.mmptptpmpu 7.024e+43 6.00  6.00  3.001e+39 0.00606   16819 
triHPacyl.ptpmpmpmpu 1.685e+43 5.15  5.15  2.981e+39 0.00602   16820 
triHPacyl.pptmpmmppu 1.207e+43 4.95  4.95  2.972e+39 0.006     16821 
triHPacyl.tttpmtppmu 3.513e+43 5.59  5.59  2.970e+39 0.006     16822 
triHPacyl.tmpmmmpmpu 4.683e+43 5.76  5.76  2.958e+39 0.00597   16823 
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triHPacyl.tptpmtmpmu 3.569e+43 5.60  5.60  2.958e+39 0.00597   16824 
triHPacyl.pmmtpmpmpu 3.303e+43 5.56  5.56  2.952e+39 0.00596   16825 
triHPacyl.ppmppttmmu 5.629e+43 5.88  5.88  2.938e+39 0.00593   16826 
triHPacyl.tmmmmmmppu 2.310e+43 5.35  5.35  2.937e+39 0.00593   16827 
triHPacyl.tmmpptpmmu 4.232e+43 5.71  5.71  2.930e+39 0.00591   16828 
triHPacyl.mptmptpppu 1.427e+43 5.06  5.06  2.923e+39 0.0059    16829 
triHPacyl.mmptpmpmmu 6.139e+43 5.93  5.93  2.918e+39 0.00589   16830 
triHPacyl.ppmpmmppmu 1.521e+43 5.11  5.11  2.898e+39 0.00585   16831 
triHPacyl.pmtmptmmmu 5.335e+44 7.23  7.23  2.880e+39 0.00581   16832 
triHPacyl.tttmmtpppu 4.957e+43 5.82  5.82  2.876e+39 0.00581   16833 
triHPacyl.ptttmtpmmu 8.460e+43 6.14  6.14  2.863e+39 0.00578   16834 
triHPacyl.pttmmmtmmu 1.116e+44 6.30  6.30  2.861e+39 0.00577   16835 
triHPacyl.mmpppptppu 9.727e+43 6.22  6.22  2.861e+39 0.00577   16836 
triHPacyl.tpmmmtpmpu 3.244e+43 5.57  5.57  2.856e+39 0.00576   16837 
triHPacyl.ptmmmmmpmu 4.126e+43 5.71  5.71  2.855e+39 0.00576   16838 
triHPacyl.tptmptpmmu 6.568e+44 7.36  7.36  2.851e+39 0.00575   16839 
triHPacyl.mmmmmttppu 5.470e+43 5.88  5.88  2.849e+39 0.00575   16840 
triHPacyl.pttmptpmpu 5.536e+43 5.89  5.89  2.848e+39 0.00575   16841 
triHPacyl.pmttpppppu 1.201e+44 6.35  6.35  2.826e+39 0.0057    16842 
triHPacyl.ppmmpttppu 5.815e+43 5.92  5.92  2.815e+39 0.00568   16843 
triHPacyl.pttmmmtmpu 4.329e+43 5.75  5.75  2.809e+39 0.00567   16844 
triHPacyl.ttmtmmmppu 1.375e+44 6.44  6.44  2.799e+39 0.00565   16845 
triHPacyl.mmptptpmmu 5.030e+43 5.84  5.84  2.783e+39 0.00562   16846 
triHPacyl.pttpmtmmmu 4.346e+43 5.76  5.76  2.772e+39 0.0056    16847 
triHPacyl.tpmmmmpmpu 2.900e+43 5.52  5.52  2.748e+39 0.00555   16848 
triHPacyl.tmmmptpppu 1.345e+43 5.07  5.07  2.738e+39 0.00553   16849 
triHPacyl.pptpptpppu 3.087e+43 5.57  5.57  2.706e+39 0.00546   16850 
triHPacyl.tmmmpmpppu 3.506e+43 5.65  5.65  2.704e+39 0.00546   16851 
triHPacyl.pttmptppmu 7.621e+43 6.11  6.11  2.701e+39 0.00545   16852 
triHPacyl.ppmmpmmmpu 1.381e+43 5.10  5.10  2.681e+39 0.00541   16853 
triHPacyl.pptmpppppu 2.265e+43 5.39  5.39  2.673e+39 0.00539   16854 
triHPacyl.ptpmmmpmpu 1.505e+43 5.15  5.15  2.644e+39 0.00534   16855 
triHPacyl.tptpptpmmu 7.468e+43 6.11  6.11  2.641e+39 0.00533   16856 
triHPacyl.ppmppptmmu 3.241e+43 5.61  5.61  2.637e+39 0.00532   16857 
triHPacyl.pptmmmpppu 2.371e+43 5.44  5.44  2.590e+39 0.00523   16858 
triHPacyl.pmtmpppmpu 3.506e+43 5.67  5.67  2.583e+39 0.00521   16859 
triHPacyl.pmtmpmmmmu 4.884e+44 7.26  7.26  2.527e+39 0.0051    16860 
triHPacyl.ppptpmmppu 5.509e+43 5.96  5.96  2.526e+39 0.0051    16861 
triHPacyl.ptmmmmppmu 3.435e+43 5.67  5.67  2.526e+39 0.0051    16862 
triHPacyl.pttmpmtmmu 8.118e+43 6.19  6.19  2.524e+39 0.00509   16863 
triHPacyl.mmptpppmpu 6.894e+43 6.09  6.09  2.520e+39 0.00509   16864 
triHPacyl.ppmmpptppu 3.612e+43 5.71  5.71  2.512e+39 0.00507   16865 
triHPacyl.tptmmpmpmu 2.891e+44 6.95  6.95  2.509e+39 0.00506   16866 
triHPacyl.pmpppttpmu 3.657e+43 5.72  5.72  2.506e+39 0.00506   16867 
triHPacyl.pttmpppmpu 7.697e+43 6.17  6.17  2.474e+39 0.00499   16868 
triHPacyl.tptmmmmpmu 5.175e+44 7.30  7.30  2.470e+39 0.00499   16869 
triHPacyl.pmtpptmpmu 1.809e+43 5.31  5.31  2.469e+39 0.00498   16870 
triHPacyl.ptptppmpmu 1.357e+44 6.51  6.51  2.464e+39 0.00497   16871 
triHPacyl.mppppmpmpu 5.278e+44 7.33  7.33  2.426e+39 0.0049    16872 
triHPacyl.tmmtmptmmu 2.237e+43 5.44  5.44  2.420e+39 0.00488   16873 
triHPacyl.mmtmpttpmu 1.778e+44 6.68  6.68  2.420e+39 0.00488   16874 
triHPacyl.ptmppmmppu 4.190e+43 5.82  5.82  2.413e+39 0.00487   16875 
triHPacyl.tmtppptmpu 5.322e+44 7.34  7.34  2.403e+39 0.00485   16876 
triHPacyl.tttmmttmpu 8.229e+43 6.23  6.23  2.402e+39 0.00485   16877 
triHPacyl.ppttpttmpu 9.034e+43 6.28  6.28  2.397e+39 0.00484   16878 
triHPacyl.ptttmtmmmu 1.500e+44 6.59  6.59  2.385e+39 0.00481   16879 
triHPacyl.ptmtptmpmu 4.574e+43 5.88  5.88  2.385e+39 0.00481   16880 
triHPacyl.tptmmmppmu 9.079e+43 6.29  6.29  2.375e+39 0.00479   16881 
triHPacyl.ppttmtpppu 5.244e+43 5.97  5.97  2.359e+39 0.00476   16882 
triHPacyl.ptpmptpmpu 1.829e+43 5.34  5.34  2.357e+39 0.00476   16883 
triHPacyl.mmtmmppppu 4.989e+43 5.94  5.94  2.353e+39 0.00475   16884 
triHPacyl.tmtppppppu 8.513e+43 6.26  6.26  2.345e+39 0.00473   16885 
triHPacyl.mmpmpptppu 4.541e+43 5.89  5.89  2.320e+39 0.00468   16886 
triHPacyl.pttmptpmmu 6.343e+43 6.10  6.10  2.292e+39 0.00463   16887 
triHPacyl.mmppmtppmu 2.202e+43 5.47  5.47  2.268e+39 0.00458   16888 
triHPacyl.ppmpmtmppu 1.123e+43 5.07  5.07  2.261e+39 0.00456   16889 
triHPacyl.pmppmtmpmu 9.577e+42 4.98  4.98  2.251e+39 0.00454   16890 
triHPacyl.tmpmmtpmpu 3.245e+43 5.71  5.71  2.243e+39 0.00453   16891 
triHPacyl.pmppmmppmu 3.282e+43 5.72  5.72  2.241e+39 0.00452   16892 
triHPacyl.ptmpmtmppu 4.362e+43 5.89  5.89  2.239e+39 0.00452   16893 
triHPacyl.ptmpptmppu 6.411e+43 6.12  6.12  2.236e+39 0.00451   16894 
triHPacyl.tmppmmpmpu 1.360e+44 6.57  6.57  2.233e+39 0.00451   16895 
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triHPacyl.mmmpmmppmu 6.255e+43 6.11  6.11  2.231e+39 0.0045    16896 
triHPacyl.ppmtmttpmu 3.926e+44 7.20  7.20  2.227e+39 0.00449   16897 
triHPacyl.ptppmtmmmu 2.815e+43 5.63  5.63  2.227e+39 0.00449   16898 
triHPacyl.tpppmtmmmu 2.762e+44 6.99  6.99  2.224e+39 0.00449   16899 
triHPacyl.tpppmtmmpu 1.441e+44 6.61  6.61  2.209e+39 0.00446   16900 
triHPacyl.pmmppmppmu 3.802e+43 5.81  5.81  2.208e+39 0.00446   16901 
triHPacyl.tmtmptppmu 1.183e+44 6.50  6.50  2.194e+39 0.00443   16902 
triHPacyl.pptpmmppmu 3.083e+43 5.70  5.70  2.181e+39 0.0044    16903 
triHPacyl.ptmtmtpppu 6.160e+43 6.11  6.11  2.169e+39 0.00438   16904 
triHPacyl.mmtpmppppu 8.303e+43 6.29  6.29  2.168e+39 0.00438   16905 
triHPacyl.tptmmtppmu 1.283e+44 6.55  6.55  2.154e+39 0.00435   16906 
triHPacyl.tpmmpmmppu 1.403e+43 5.24  5.24  2.154e+39 0.00435   16907 
triHPacyl.tmtpmpmpmu 3.421e+43 5.77  5.77  2.143e+39 0.00433   16908 
triHPacyl.pmptmmpmmu 6.710e+43 6.19  6.19  2.094e+39 0.00423   16909 
triHPacyl.pmpppttmmu 3.940e+43 5.87  5.87  2.091e+39 0.00422   16910 
triHPacyl.mtmmpttmmu 3.887e+43 5.86  5.86  2.088e+39 0.00421   16911 
triHPacyl.ttmmmtmpmu 5.100e+43 6.03  6.03  2.082e+39 0.0042    16912 
triHPacyl.pmmtptppmu 8.870e+43 6.36  6.36  2.063e+39 0.00416   16913 
triHPacyl.mmmmmtppmu 3.700e+43 5.84  5.84  2.058e+39 0.00415   16914 
triHPacyl.ppptptmppu 6.384e+43 6.17  6.17  2.049e+39 0.00413   16915 
triHPacyl.ppmmmttpmu 4.336e+43 5.94  5.94  2.048e+39 0.00413   16916 
triHPacyl.mmpppmpppu 1.597e+44 6.72  6.72  2.047e+39 0.00413   16917 
triHPacyl.pmtppmpmmu 3.035e+43 5.73  5.73  2.046e+39 0.00413   16918 
triHPacyl.mptmptmpmu 1.389e+44 6.64  6.64  2.031e+39 0.0041    16919 
triHPacyl.ppttpptmmu 5.734e+43 6.11  6.11  2.030e+39 0.0041    16920 
triHPacyl.tttmmmtppu 5.959e+43 6.13  6.13  2.028e+39 0.00409   16921 
triHPacyl.ppmmmmpppu 1.360e+43 5.25  5.25  2.026e+39 0.00409   16922 
triHPacyl.pptppppppu 2.340e+43 5.58  5.58  2.014e+39 0.00407   16923 
triHPacyl.tmppptppmu 3.374e+43 5.80  5.80  1.997e+39 0.00403   16924 
triHPacyl.pttmpttmmu 1.494e+44 6.70  6.70  1.966e+39 0.00397   16925 
triHPacyl.ptppppppmu 9.145e+43 6.41  6.41  1.962e+39 0.00396   16926 
triHPacyl.tmtmmttppu 1.311e+44 6.63  6.63  1.952e+39 0.00394   16927 
triHPacyl.mmtmmmtmpu 1.341e+44 6.64  6.64  1.937e+39 0.00391   16928 
triHPacyl.pttpmmpmmu 2.197e+43 5.58  5.58  1.906e+39 0.00385   16929 
triHPacyl.mmpmpttmmu 4.385e+44 7.36  7.36  1.905e+39 0.00384   16930 
triHPacyl.pttpptmmpu 1.971e+44 6.88  6.88  1.904e+39 0.00384   16931 
triHPacyl.pptpmttmpu 5.660e+43 6.14  6.14  1.891e+39 0.00382   16932 
triHPacyl.pmmppttmmu 3.371e+43 5.84  5.84  1.885e+39 0.00381   16933 
triHPacyl.tttpmmpppu 8.133e+43 6.36  6.36  1.885e+39 0.0038    16934 
triHPacyl.ptpmppmpmu 4.806e+43 6.05  6.05  1.880e+39 0.00379   16935 
triHPacyl.ppmmmmtmpu 1.947e+43 5.51  5.51  1.872e+39 0.00378   16936 
triHPacyl.tttpmmpmmu 2.183e+43 5.58  5.58  1.865e+39 0.00376   16937 
triHPacyl.ptpppptppu 1.448e+44 6.71  6.71  1.862e+39 0.00376   16938 
triHPacyl.tmttmttmmu 3.209e+44 7.19  7.19  1.860e+39 0.00375   16939 
triHPacyl.tmtpptpmmu 1.091e+44 6.55  6.55  1.850e+39 0.00373   16940 
triHPacyl.pmttpttmpu 2.429e+44 7.03  7.03  1.840e+39 0.00371   16941 
triHPacyl.mttmptpppu 2.894e+43 5.76  5.76  1.831e+39 0.0037    16942 
triHPacyl.tmtmmtmppu 3.744e+43 5.92  5.92  1.828e+39 0.00369   16943 
triHPacyl.mmtmpmtmpu 2.092e+44 6.95  6.95  1.820e+39 0.00367   16944 
triHPacyl.pppmpttpmu 2.518e+44 7.06  7.06  1.819e+39 0.00367   16945 
triHPacyl.tptmmmmmmu 4.643e+44 7.43  7.43  1.803e+39 0.00364   16946 
triHPacyl.ppmmpmpmpu 1.612e+43 5.42  5.42  1.801e+39 0.00364   16947 
triHPacyl.tmmmmmpmmu 6.274e+43 6.24  6.24  1.800e+39 0.00363   16948 
triHPacyl.mmtmmttmmu 1.907e+44 6.90  6.90  1.799e+39 0.00363   16949 
triHPacyl.ttptmtmppu 6.343e+43 6.25  6.25  1.787e+39 0.00361   16950 
triHPacyl.tmtmmmmppu 3.952e+44 7.34  7.34  1.781e+39 0.0036    16951 
triHPacyl.ppptpttpmu 5.462e+44 7.53  7.53  1.777e+39 0.00359   16952 
triHPacyl.ptttptmppu 1.432e+44 6.74  6.74  1.770e+39 0.00357   16953 
triHPacyl.tpttmmtmpu 1.215e+44 6.64  6.64  1.770e+39 0.00357   16954 
triHPacyl.pmttpmtmpu 1.214e+44 6.64  6.64  1.766e+39 0.00357   16955 
triHPacyl.ptttmtpppu 8.896e+43 6.46  6.46  1.743e+39 0.00352   16956 
triHPacyl.pmmtptpmpu 3.127e+43 5.84  5.84  1.741e+39 0.00351   16957 
triHPacyl.pttppmtmpu 8.412e+43 6.43  6.43  1.728e+39 0.00349   16958 
triHPacyl.ptppmmtmmu 6.774e+43 6.31  6.31  1.722e+39 0.00347   16959 
triHPacyl.mptpptpmmu 2.281e+43 5.66  5.66  1.717e+39 0.00347   16960 
triHPacyl.tpptmppmpu 9.987e+43 6.55  6.55  1.695e+39 0.00342   16961 
triHPacyl.tmmpmmtmpu 5.948e+43 6.24  6.24  1.680e+39 0.00339   16962 
triHPacyl.ptptmtpmmu 5.697e+43 6.22  6.22  1.669e+39 0.00337   16963 
triHPacyl.mpmmpmmppu 3.747e+43 5.97  5.97  1.666e+39 0.00336   16964 
triHPacyl.pmmtpppppu 6.755e+43 6.33  6.33  1.656e+39 0.00334   16965 
triHPacyl.mmpmptmppu 2.442e+43 5.73  5.73  1.647e+39 0.00332   16966 
triHPacyl.tmmpmtmpmu 5.107e+43 6.17  6.17  1.643e+39 0.00332   16967 
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triHPacyl.tmpmmtpppu 2.936e+43 5.84  5.84  1.641e+39 0.00331   16968 
triHPacyl.tmmpmttpmu 2.112e+44 7.02  7.02  1.636e+39 0.0033    16969 
triHPacyl.tpmpmmmmmu 1.836e+43 5.56  5.56  1.635e+39 0.0033    16970 
triHPacyl.ppmtmttppu 2.876e+44 7.21  7.21  1.610e+39 0.00325   16971 
triHPacyl.tttmmmppmu 5.139e+43 6.19  6.19  1.599e+39 0.00323   16972 
triHPacyl.tmmmmmmpmu 3.226e+44 7.28  7.28  1.593e+39 0.00322   16973 
triHPacyl.tpttmmpmmu 3.286e+44 7.30  7.30  1.589e+39 0.00321   16974 
triHPacyl.ptmmmtmmmu 8.687e+43 6.50  6.50  1.587e+39 0.0032    16975 
triHPacyl.ttttmmmpmu 1.052e+44 6.62  6.62  1.582e+39 0.00319   16976 
triHPacyl.pptpmmmpmu 1.876e+43 5.59  5.59  1.580e+39 0.00319   16977 
triHPacyl.ptmpppmpmu 9.170e+43 6.55  6.55  1.563e+39 0.00315   16978 
triHPacyl.mmppmtmmmu 4.140e+43 6.07  6.07  1.562e+39 0.00315   16979 
triHPacyl.tmmtmttmmu 1.409e+44 6.80  6.80  1.557e+39 0.00314   16980 
triHPacyl.pmmtpmpmmu 1.243e+43 5.36  5.36  1.555e+39 0.00314   16981 
triHPacyl.mmmmmtmppu 1.519e+43 5.48  5.48  1.537e+39 0.0031    16982 
triHPacyl.tttpmmtpmu 1.198e+44 6.72  6.72  1.534e+39 0.0031    16983 
triHPacyl.ptttpmmppu 1.214e+44 6.72  6.72  1.532e+39 0.00309   16984 
triHPacyl.mptmptmppu 1.906e+43 5.62  5.62  1.530e+39 0.00309   16985 
triHPacyl.tmmppttmmu 1.254e+44 6.75  6.75  1.523e+39 0.00307   16986 
triHPacyl.ptmpmtmpmu 3.341e+43 5.96  5.96  1.516e+39 0.00306   16987 
triHPacyl.ttppmmpmpu 3.080e+43 5.91  5.91  1.515e+39 0.00306   16988 
triHPacyl.mpppmtpmpu 8.262e+43 6.51  6.51  1.495e+39 0.00302   16989 
triHPacyl.ptmtmmmppu 1.231e+44 6.75  6.75  1.494e+39 0.00301   16990 
triHPacyl.pmmtptpmmu 1.535e+43 5.51  5.51  1.492e+39 0.00301   16991 
triHPacyl.tttmmmtmmu 9.623e+43 6.60  6.60  1.491e+39 0.00301   16992 
triHPacyl.mmmmmmtmmu 1.126e+44 6.70  6.70  1.483e+39 0.00299   16993 
triHPacyl.ptmmmmmmpu 5.571e+43 6.28  6.28  1.482e+39 0.00299   16994 
triHPacyl.mmtpmptmpu 2.684e+44 7.22  7.22  1.474e+39 0.00297   16995 
triHPacyl.tmmtmtmppu 7.244e+43 6.44  6.44  1.464e+39 0.00296   16996 
triHPacyl.mttppmppmu 2.853e+43 5.89  5.89  1.463e+39 0.00295   16997 
triHPacyl.pmppmttmpu 8.676e+43 6.55  6.55  1.460e+39 0.00295   16998 
triHPacyl.tmmtmtpmmu 2.079e+43 5.70  5.70  1.459e+39 0.00294   16999 
triHPacyl.mptpptpppu 1.729e+43 5.59  5.59  1.453e+39 0.00293   17000 
triHPacyl.ttmtmtmppu 2.063e+44 7.07  7.07  1.448e+39 0.00292   17001 
triHPacyl.pttpptmppu 1.038e+44 6.67  6.67  1.445e+39 0.00292   17002 
triHPacyl.tmtpmmmmmu 9.222e+43 6.60  6.60  1.432e+39 0.00289   17003 
triHPacyl.mmmmmpppmu 7.211e+43 6.46  6.46  1.424e+39 0.00287   17004 
triHPacyl.ppptpttppu 3.415e+44 7.39  7.39  1.415e+39 0.00286   17005 
triHPacyl.tmttmtpmmu 6.426e+44 7.77  7.77  1.413e+39 0.00285   17006 
triHPacyl.tmmmptpmpu 4.547e+43 6.19  6.19  1.404e+39 0.00283   17007 
triHPacyl.ptmtmttmmu 8.619e+43 6.58  6.58  1.395e+39 0.00282   17008 
triHPacyl.tptmptpmpu 1.238e+44 6.80  6.80  1.372e+39 0.00277   17009 
triHPacyl.ppppmtmmpu 7.181e+43 6.48  6.48  1.362e+39 0.00275   17010 
triHPacyl.mmtmppppmu 9.079e+43 6.63  6.63  1.340e+39 0.0027    17011 
triHPacyl.tmttmtpppu 1.580e+44 6.97  6.97  1.332e+39 0.00269   17012 
triHPacyl.tpttmttmpu 1.903e+44 7.08  7.08  1.329e+39 0.00268   17013 
triHPacyl.ppppptppmu 1.363e+44 6.88  6.88  1.317e+39 0.00266   17014 
triHPacyl.tppmmtpmpu 4.983e+43 6.29  6.29  1.311e+39 0.00265   17015 
triHPacyl.tmmmptmppu 3.128e+43 6.01  6.01  1.310e+39 0.00264   17016 
triHPacyl.ttmmpttmpu 1.160e+44 6.79  6.79  1.309e+39 0.00264   17017 
triHPacyl.tmpmptpmpu 3.819e+43 6.13  6.13  1.308e+39 0.00264   17018 
triHPacyl.tmmmptmmpu 3.289e+43 6.04  6.04  1.307e+39 0.00264   17019 
triHPacyl.tmpmmmtmpu 5.067e+43 6.30  6.30  1.302e+39 0.00263   17020 
triHPacyl.pttmmmpmpu 8.387e+43 6.60  6.60  1.301e+39 0.00263   17021 
triHPacyl.ppttpttmmu 7.737e+43 6.55  6.55  1.299e+39 0.00262   17022 
triHPacyl.tmppptpmmu 3.013e+43 5.99  5.99  1.297e+39 0.00262   17023 
triHPacyl.tpmmptpmpu 6.010e+43 6.41  6.41  1.295e+39 0.00261   17024 
triHPacyl.mmppmmppmu 3.388e+43 6.06  6.06  1.294e+39 0.00261   17025 
triHPacyl.mmtppptmpu 1.003e+45 8.09  8.09  1.275e+39 0.00257   17026 
triHPacyl.ptttmtpmpu 7.540e+43 6.56  6.56  1.261e+39 0.00254   17027 
triHPacyl.ptptmtmppu 3.535e+43 6.11  6.11  1.260e+39 0.00254   17028 
triHPacyl.mttppttmpu 6.452e+43 6.47  6.47  1.259e+39 0.00254   17029 
triHPacyl.ptttmmmpmu 1.318e+44 6.89  6.89  1.257e+39 0.00254   17030 
triHPacyl.tmtmpppppu 4.345e+43 6.23  6.23  1.253e+39 0.00253   17031 
triHPacyl.tmmtmtpppu 7.107e+43 6.53  6.53  1.252e+39 0.00253   17032 
triHPacyl.ppptpppmpu 1.460e+44 6.96  6.96  1.250e+39 0.00252   17033 
triHPacyl.mmpmppmmpu 5.363e+43 6.36  6.36  1.245e+39 0.00251   17034 
triHPacyl.mmpmpmmmpu 5.351e+43 6.36  6.36  1.244e+39 0.00251   17035 
triHPacyl.mtmmpmtmpu 3.923e+43 6.18  6.18  1.241e+39 0.0025    17036 
triHPacyl.pmppmttppu 9.124e+43 6.68  6.68  1.231e+39 0.00249   17037 
triHPacyl.pttmmmpppu 3.880e+43 6.18  6.18  1.227e+39 0.00248   17038 
triHPacyl.pmtmmttmpu 1.016e+44 6.75  6.75  1.224e+39 0.00247   17039 
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triHPacyl.pppmpptpmu 1.692e+44 7.06  7.06  1.217e+39 0.00246   17040 
triHPacyl.tptmmtmpmu 3.438e+44 7.49  7.49  1.209e+39 0.00244   17041 
triHPacyl.mmmpmmpmmu 2.844e+43 6.00  6.00  1.206e+39 0.00243   17042 
triHPacyl.mmmmmmpppu 3.295e+43 6.09  6.09  1.203e+39 0.00243   17043 
triHPacyl.tmtmpptmpu 1.257e+44 6.89  6.89  1.198e+39 0.00242   17044 
triHPacyl.tppmmppmmu 7.336e+43 6.57  6.57  1.193e+39 0.00241   17045 
triHPacyl.tmmpmtmmpu 1.612e+43 5.67  5.67  1.190e+39 0.0024    17046 
triHPacyl.ttmmmttmmu 8.557e+43 6.68  6.68  1.169e+39 0.00236   17047 
triHPacyl.mmtmptmmmu 1.719e+44 7.09  7.09  1.169e+39 0.00236   17048 
triHPacyl.tpppmmmmpu 1.011e+44 6.78  6.78  1.168e+39 0.00236   17049 
triHPacyl.ttmtmmmpmu 1.663e+44 7.08  7.08  1.165e+39 0.00235   17050 
triHPacyl.ttttmmmppu 1.663e+44 7.08  7.08  1.157e+39 0.00234   17051 
triHPacyl.ttpppmmpmu 5.981e+43 6.47  6.47  1.157e+39 0.00233   17052 
triHPacyl.mpmtptmppu 4.092e+43 6.24  6.24  1.156e+39 0.00233   17053 
triHPacyl.ttmmmttppu 1.424e+44 6.99  6.99  1.149e+39 0.00232   17054 
triHPacyl.mttmpttmmu 7.050e+43 6.57  6.57  1.148e+39 0.00232   17055 
triHPacyl.mmtmpttmmu 6.424e+44 7.89  7.89  1.147e+39 0.00232   17056 
triHPacyl.pmtmptpmpu 6.055e+43 6.48  6.48  1.144e+39 0.00231   17057 
triHPacyl.tmmmpttppu 5.431e+43 6.42  6.42  1.144e+39 0.00231   17058 
triHPacyl.ptmtmttmpu 1.920e+44 7.17  7.17  1.142e+39 0.0023    17059 
triHPacyl.tpppptmppu 9.039e+43 6.73  6.73  1.140e+39 0.0023    17060 
triHPacyl.mptppmppmu 1.825e+43 5.78  5.78  1.127e+39 0.00227   17061 
triHPacyl.pmppmmpmmu 1.712e+43 5.75  5.75  1.103e+39 0.00223   17062 
triHPacyl.tmppptmmmu 5.182e+43 6.42  6.42  1.093e+39 0.00221   17063 
triHPacyl.tmttmmpmmu 1.976e+44 7.22  7.22  1.089e+39 0.0022    17064 
triHPacyl.mmmtmtppmu 1.112e+44 6.88  6.88  1.086e+39 0.00219   17065 
triHPacyl.mpmmptmmpu 1.459e+43 5.67  5.67  1.086e+39 0.00219   17066 
triHPacyl.mmpmpptmmu 2.472e+44 7.36  7.36  1.081e+39 0.00218   17067 
triHPacyl.tptmmmmppu 2.193e+43 5.92  5.92  1.071e+39 0.00216   17068 
triHPacyl.tpptmmmpmu 5.243e+43 6.44  6.44  1.069e+39 0.00216   17069 
triHPacyl.tpptmtmpmu 8.873e+43 6.75  6.75  1.068e+39 0.00216   17070 
triHPacyl.mptmptpmmu 7.487e+43 6.66  6.66  1.060e+39 0.00214   17071 
triHPacyl.tmmpmtmmmu 2.021e+44 7.25  7.25  1.060e+39 0.00214   17072 
triHPacyl.tpptptpmmu 2.472e+44 7.37  7.37  1.059e+39 0.00214   17073 
triHPacyl.pppmpppmpu 3.144e+43 6.14  6.14  1.051e+39 0.00212   17074 
triHPacyl.tpttmppmmu 1.122e+44 6.91  6.91  1.043e+39 0.00211   17075 
triHPacyl.mmtmptmmpu 2.605e+44 7.41  7.41  1.041e+39 0.0021    17076 
triHPacyl.tptmmtmppu 3.074e+43 6.14  6.14  1.039e+39 0.0021    17077 
triHPacyl.ppmtmmmppu 4.693e+43 6.39  6.39  1.036e+39 0.00209   17078 
triHPacyl.ptmmptppmu 5.383e+43 6.47  6.47  1.035e+39 0.00209   17079 
triHPacyl.ptptptpmmu 1.833e+44 7.21  7.21  1.023e+39 0.00207   17080 
triHPacyl.ppmppptpmu 4.967e+43 6.43  6.43  1.022e+39 0.00206   17081 
triHPacyl.ptmtptmmmu 1.815e+44 7.21  7.21  1.020e+39 0.00206   17082 
triHPacyl.tmmpptmpmu 4.174e+43 6.33  6.33  1.019e+39 0.00206   17083 
triHPacyl.tptmpttmpu 8.384e+43 6.75  6.75  1.011e+39 0.00204   17084 
triHPacyl.ptpmmmmmpu 2.318e+43 5.99  5.99  1.004e+39 0.00203   17085 
triHPacyl.ptppmmpmpu 3.021e+43 6.15  6.15  1.000e+39 0.00202   17086 
triHPacyl.mttmptppmu 5.686e+43 6.53  6.53  9.951e+38 0.00201   17087 
triHPacyl.ppmppttpmu 5.918e+43 6.56  6.56  9.922e+38 0.002     17088 
triHPacyl.pppmpttmmu 2.770e+44 7.48  7.48  9.870e+38 0.00199   17089 
triHPacyl.pmmppppppu 3.776e+43 6.30  6.30  9.771e+38 0.00197   17090 
triHPacyl.mmmmmmmmpu 9.291e+43 6.83  6.83  9.762e+38 0.00197   17091 
triHPacyl.pttpmtpmpu 5.255e+43 6.50  6.50  9.727e+38 0.00196   17092 
triHPacyl.ppmmmmmmpu 1.752e+43 5.84  5.84  9.702e+38 0.00196   17093 
triHPacyl.tpptmmtmmu 4.704e+44 7.81  7.81  9.658e+38 0.00195   17094 
triHPacyl.tmttmmppmu 1.275e+44 7.03  7.03  9.621e+38 0.00194   17095 
triHPacyl.ptttpmpppu 5.939e+43 6.58  6.58  9.517e+38 0.00192   17096 
triHPacyl.ppmtmmmpmu 3.351e+43 6.24  6.24  9.496e+38 0.00192   17097 
triHPacyl.pptmppppmu 7.094e+43 6.69  6.69  9.420e+38 0.0019    17098 
triHPacyl.tmmpmmpppu 3.066e+43 6.20  6.20  9.343e+38 0.00189   17099 
triHPacyl.ppppmtpmpu 1.234e+44 7.04  7.04  9.245e+38 0.00187   17100 
triHPacyl.pttmpppmmu 7.539e+43 6.74  6.74  9.235e+38 0.00186   17101 
triHPacyl.ttttmtmpmu 1.519e+44 7.16  7.16  9.173e+38 0.00185   17102 
triHPacyl.tmtmptpmmu 3.585e+44 7.68  7.68  9.166e+38 0.00185   17103 
triHPacyl.tmpmptpppu 9.259e+43 6.87  6.87  9.105e+38 0.00184   17104 
triHPacyl.tmpmmmtppu 4.782e+43 6.48  6.48  9.071e+38 0.00183   17105 
triHPacyl.mttmpttmpu 3.328e+43 6.27  6.27  9.021e+38 0.00182   17106 
triHPacyl.pmttmtppmu 1.731e+44 7.25  7.25  9.001e+38 0.00182   17107 
triHPacyl.pmtpptpmmu 6.674e+43 6.69  6.69  8.983e+38 0.00181   17108 
triHPacyl.mmppmtpmmu 7.201e+43 6.74  6.74  8.919e+38 0.0018    17109 
triHPacyl.ppptpttmpu 2.614e+44 7.50  7.50  8.916e+38 0.0018    17110 
triHPacyl.mmtmmptmmu 2.941e+44 7.58  7.58  8.914e+38 0.0018    17111 
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triHPacyl.mpmtptpmpu 1.882e+44 7.31  7.31  8.871e+38 0.00179   17112 
triHPacyl.tmpmmttmpu 6.280e+43 6.66  6.66  8.867e+38 0.00179   17113 
triHPacyl.pmppmtmppu 3.613e+43 6.34  6.34  8.714e+38 0.00176   17114 
triHPacyl.mmtpmtpmmu 2.222e+44 7.42  7.42  8.698e+38 0.00176   17115 
triHPacyl.ppmpmmmmmu 1.588e+43 5.85  5.85  8.688e+38 0.00175   17116 
triHPacyl.mmpmpptpmu 1.681e+44 7.26  7.26  8.660e+38 0.00175   17117 
triHPacyl.tpmmptmmpu 2.355e+43 6.09  6.09  8.646e+38 0.00174   17118 
triHPacyl.tpppptmpmu 1.478e+44 7.18  7.18  8.623e+38 0.00174   17119 
triHPacyl.ppttpppmmu 1.721e+44 7.28  7.28  8.615e+38 0.00174   17120 
triHPacyl.tpptmttpmu 5.836e+44 8.01  8.01  8.563e+38 0.00173   17121 
triHPacyl.ttmmptmppu 5.673e+43 6.62  6.62  8.527e+38 0.00172   17122 
triHPacyl.pttpppmppu 7.104e+43 6.75  6.75  8.527e+38 0.00172   17123 
triHPacyl.tttmmttppu 1.049e+44 6.99  6.99  8.518e+38 0.00172   17124 
triHPacyl.mmppppmppu 6.123e+43 6.67  6.67  8.467e+38 0.00171   17125 
triHPacyl.mmmtmpppmu 2.234e+43 6.07  6.07  8.453e+38 0.00171   17126 
triHPacyl.mmtmpmtmmu 1.279e+45 8.49  8.49  8.428e+38 0.0017    17127 
triHPacyl.tmtpmtmmmu 1.388e+44 7.16  7.16  8.412e+38 0.0017    17128 
triHPacyl.mmptpttmmu 2.337e+44 7.47  7.47  8.405e+38 0.0017    17129 
triHPacyl.mpmtptmpmu 3.648e+43 6.37  6.37  8.377e+38 0.00169   17130 
triHPacyl.ptttmmmmpu 1.792e+44 7.32  7.32  8.376e+38 0.00169   17131 
triHPacyl.ptppppmmpu 1.194e+44 7.08  7.08  8.313e+38 0.00168   17132 
triHPacyl.ppptpptmpu 1.393e+44 7.17  7.17  8.266e+38 0.00167   17133 
triHPacyl.tttpptmpmu 6.841e+43 6.75  6.75  8.242e+38 0.00166   17134 
triHPacyl.ptptpmpmmu 7.506e+43 6.81  6.81  8.225e+38 0.00166   17135 
triHPacyl.pmmtpmtmpu 3.413e+44 7.71  7.71  8.210e+38 0.00166   17136 
triHPacyl.ppmtmttmmu 4.994e+43 6.57  6.57  8.153e+38 0.00165   17137 
triHPacyl.ptttmttmmu 1.308e+44 7.15  7.15  8.109e+38 0.00164   17138 
triHPacyl.ptttmmmppu 1.353e+44 7.17  7.17  8.027e+38 0.00162   17139 
triHPacyl.mtmmptpmpu 2.004e+43 6.04  6.04  8.023e+38 0.00162   17140 
triHPacyl.mmptptmpmu 3.648e+43 6.40  6.40  7.930e+38 0.0016    17141 
triHPacyl.pmmtpmtmmu 4.090e+43 6.47  6.47  7.926e+38 0.0016    17142 
triHPacyl.mmtmmtppmu 1.001e+44 7.00  7.00  7.921e+38 0.0016    17143 
triHPacyl.tmmppmpmmu 2.317e+43 6.13  6.13  7.897e+38 0.00159   17144 
triHPacyl.mptppmmpmu 1.925e+43 6.02  6.02  7.893e+38 0.00159   17145 
triHPacyl.pttmmmpmmu 7.022e+43 6.79  6.79  7.892e+38 0.00159   17146 
triHPacyl.tmtpptmpmu 3.861e+43 6.44  6.44  7.866e+38 0.00159   17147 
triHPacyl.tmttmmmmmu 3.652e+44 7.78  7.78  7.841e+38 0.00158   17148 
triHPacyl.tptppppmmu 3.877e+43 6.44  6.44  7.836e+38 0.00158   17149 
triHPacyl.ttppptmpmu 3.182e+43 6.33  6.33  7.822e+38 0.00158   17150 
triHPacyl.ptpmmtpppu 3.746e+43 6.43  6.43  7.784e+38 0.00157   17151 
triHPacyl.tttpmttpmu 1.918e+44 7.41  7.41  7.716e+38 0.00156   17152 
triHPacyl.mmmpmttmmu 1.196e+44 7.13  7.13  7.702e+38 0.00155   17153 
triHPacyl.ttppppmpmu 5.461e+43 6.66  6.66  7.695e+38 0.00155   17154 
triHPacyl.pttpppmmmu 5.627e+43 6.68  6.68  7.650e+38 0.00154   17155 
triHPacyl.pmppmttmmu 4.671e+43 6.57  6.57  7.650e+38 0.00154   17156 
triHPacyl.pmttpmtmmu 1.173e+44 7.12  7.12  7.637e+38 0.00154   17157 
triHPacyl.pmttpttmmu 2.107e+44 7.47  7.47  7.599e+38 0.00153   17158 
triHPacyl.ptmtmtpmpu 5.773e+43 6.70  6.70  7.540e+38 0.00152   17159 
triHPacyl.tmtmpptmmu 2.829e+44 7.65  7.65  7.517e+38 0.00152   17160 
triHPacyl.mpppmtmppu 9.447e+43 7.00  7.00  7.503e+38 0.00151   17161 
triHPacyl.pptmptppmu 7.386e+43 6.86  6.86  7.461e+38 0.00151   17162 
triHPacyl.pttmmmppmu 8.540e+43 6.94  6.94  7.453e+38 0.0015    17163 
triHPacyl.tpttmmtmmu 1.062e+44 7.08  7.08  7.423e+38 0.0015    17164 
triHPacyl.tttmmtpmpu 7.342e+43 6.86  6.86  7.421e+38 0.0015    17165 
triHPacyl.ptmmpmtpmu 1.420e+44 7.25  7.25  7.404e+38 0.00149   17166 
triHPacyl.pmtppmmpmu 2.291e+43 6.17  6.17  7.391e+38 0.00149   17167 
triHPacyl.tmmmmtpmmu 4.236e+43 6.53  6.53  7.380e+38 0.00149   17168 
triHPacyl.ppptmttpmu 2.202e+44 7.52  7.52  7.369e+38 0.00149   17169 
triHPacyl.tpptmttmmu 7.555e+44 8.25  8.25  7.361e+38 0.00149   17170 
triHPacyl.tttmmtpmmu 7.054e+43 6.84  6.84  7.328e+38 0.00148   17171 
triHPacyl.ptmmptmmpu 6.744e+43 6.82  6.82  7.311e+38 0.00148   17172 
triHPacyl.tmtpmmpmpu 2.028e+44 7.47  7.47  7.303e+38 0.00147   17173 
triHPacyl.mpmmpmtppu 6.423e+43 6.79  6.79  7.272e+38 0.00147   17174 
triHPacyl.tttmmttmmu 1.782e+44 7.40  7.40  7.245e+38 0.00146   17175 
triHPacyl.tpptmmtpmu 3.477e+44 7.80  7.80  7.213e+38 0.00146   17176 
triHPacyl.pmmmmppmmu 1.712e+44 7.38  7.38  7.212e+38 0.00146   17177 
triHPacyl.mmmmmmpmpu 4.369e+43 6.57  6.57  7.123e+38 0.00144   17178 
triHPacyl.ptttptpmmu 9.515e+43 7.04  7.04  7.088e+38 0.00143   17179 
triHPacyl.mpptptmpmu 5.362e+43 6.70  6.70  7.087e+38 0.00143   17180 
triHPacyl.ppptpptmmu 1.839e+44 7.44  7.44  7.032e+38 0.00142   17181 
triHPacyl.ttppptpmmu 3.617e+43 6.47  6.47  7.030e+38 0.00142   17182 
triHPacyl.mpmmmmmppu 1.117e+43 5.77  5.77  7.029e+38 0.00142   17183 



252 
 

triHPacyl.ttmpmmmppu 5.047e+43 6.67  6.67  6.976e+38 0.00141   17184 
triHPacyl.tttpptppmu 5.281e+43 6.70  6.70  6.899e+38 0.00139   17185 
triHPacyl.mptppppmmu 4.319e+43 6.59  6.59  6.848e+38 0.00138   17186 
triHPacyl.pptmpmmpmu 3.374e+43 6.44  6.44  6.834e+38 0.00138   17187 
triHPacyl.pppmpptmmu 1.173e+44 7.19  7.19  6.826e+38 0.00138   17188 
triHPacyl.tttpmmtmpu 7.732e+43 6.94  6.94  6.759e+38 0.00136   17189 
triHPacyl.mmmmmmtppu 1.181e+44 7.20  7.20  6.717e+38 0.00136   17190 
triHPacyl.pmmtpptmmu 7.838e+43 6.96  6.96  6.698e+38 0.00135   17191 
triHPacyl.ptttmmmmmu 1.783e+44 7.45  7.45  6.686e+38 0.00135   17192 
triHPacyl.mmptpttmpu 2.217e+44 7.58  7.58  6.668e+38 0.00135   17193 
triHPacyl.mmptpttppu 2.236e+44 7.59  7.59  6.662e+38 0.00134   17194 
triHPacyl.tmmtmtmpmu 1.808e+43 6.09  6.09  6.649e+38 0.00134   17195 
triHPacyl.pmtpppmpmu 1.488e+44 7.35  7.35  6.637e+38 0.00134   17196 
triHPacyl.tmmppmtmmu 1.223e+44 7.24  7.24  6.532e+38 0.00132   17197 
triHPacyl.tmtmptmmmu 5.614e+44 8.15  8.15  6.520e+38 0.00132   17198 
triHPacyl.tptmmtmmmu 4.474e+44 8.02  8.02  6.478e+38 0.00131   17199 
triHPacyl.pttmpmpmpu 4.199e+43 6.61  6.61  6.411e+38 0.00129   17200 
triHPacyl.mmmpmtpmmu 1.585e+43 6.03  6.03  6.389e+38 0.00129   17201 
triHPacyl.mtpppmpmmu 2.687e+43 6.35  6.35  6.366e+38 0.00128   17202 
triHPacyl.tmttpttmpu 4.373e+44 8.01  8.01  6.347e+38 0.00128   17203 
triHPacyl.pmtmptmppu 5.471e+43 6.78  6.78  6.290e+38 0.00127   17204 
triHPacyl.tptpptmpmu 4.798e+43 6.70  6.70  6.287e+38 0.00127   17205 
triHPacyl.ttmmmmmmpu 4.783e+43 6.70  6.70  6.280e+38 0.00127   17206 
triHPacyl.ptpppppppu 1.143e+44 7.22  7.22  6.264e+38 0.00126   17207 
triHPacyl.pmtmpmpmmu 1.178e+44 7.24  7.24  6.263e+38 0.00126   17208 
triHPacyl.mptmptppmu 2.657e+43 6.36  6.36  6.222e+38 0.00126   17209 
triHPacyl.tppppttppu 6.725e+44 8.28  8.28  6.208e+38 0.00125   17210 
triHPacyl.mmmppttmmu 1.600e+44 7.43  7.43  6.204e+38 0.00125   17211 
triHPacyl.mmtmptmpmu 7.437e+43 6.97  6.97  6.193e+38 0.00125   17212 
triHPacyl.mtpppppmmu 2.482e+43 6.32  6.32  6.172e+38 0.00125   17213 
triHPacyl.ttmtmtmpmu 5.985e+43 6.85  6.85  6.154e+38 0.00124   17214 
triHPacyl.ptppmttpmu 4.223e+43 6.64  6.64  6.125e+38 0.00124   17215 
triHPacyl.tmmtppppmu 1.918e+43 6.17  6.17  6.100e+38 0.00123   17216 
triHPacyl.tpptmmtmpu 4.257e+44 8.02  8.02  6.076e+38 0.00123   17217 
triHPacyl.tttmptpppu 6.060e+43 6.86  6.86  6.069e+38 0.00122   17218 
triHPacyl.ptmtpmtppu 1.989e+44 7.57  7.57  6.066e+38 0.00122   17219 
triHPacyl.ptmmmttppu 1.092e+44 7.21  7.21  6.062e+38 0.00122   17220 
triHPacyl.mmppmppmmu 7.186e+43 6.97  6.97  6.055e+38 0.00122   17221 
triHPacyl.tpmpptmpmu 2.368e+43 6.31  6.31  5.993e+38 0.00121   17222 
triHPacyl.mtmmpmtmmu 5.135e+43 6.77  6.77  5.985e+38 0.00121   17223 
triHPacyl.ppptmttppu 2.736e+44 7.77  7.77  5.955e+38 0.0012    17224 
triHPacyl.pmppmmtmpu 2.422e+44 7.71  7.71  5.898e+38 0.00119   17225 
triHPacyl.mpppmmpmpu 1.456e+44 7.40  7.40  5.880e+38 0.00119   17226 
triHPacyl.ttpmmmpmpu 1.725e+43 6.13  6.13  5.856e+38 0.00118   17227 
triHPacyl.pptmmmmppu 1.379e+43 6.00  6.00  5.847e+38 0.00118   17228 
triHPacyl.mtppptpmmu 2.284e+43 6.30  6.30  5.833e+38 0.00118   17229 
triHPacyl.tttmmtppmu 9.253e+43 7.14  7.14  5.801e+38 0.00117   17230 
triHPacyl.ppptpptppu 1.411e+44 7.39  7.39  5.795e+38 0.00117   17231 
triHPacyl.tpttmttmmu 1.671e+44 7.50  7.50  5.775e+38 0.00117   17232 
triHPacyl.mpmmpmmpmu 1.253e+43 5.95  5.95  5.774e+38 0.00117   17233 
triHPacyl.pttpmmmmmu 5.840e+43 6.87  6.87  5.767e+38 0.00116   17234 
triHPacyl.mmpppppppu 1.211e+44 7.31  7.31  5.722e+38 0.00115   17235 
triHPacyl.mmmpmmtmmu 5.207e+43 6.81  6.81  5.718e+38 0.00115   17236 
triHPacyl.tpptmmmppu 5.848e+43 6.88  6.88  5.715e+38 0.00115   17237 
triHPacyl.pmtmpttppu 1.460e+44 7.42  7.42  5.711e+38 0.00115   17238 
triHPacyl.ptptmmmpmu 1.702e+44 7.52  7.52  5.689e+38 0.00115   17239 
triHPacyl.tpmmpmtmpu 2.684e+43 6.42  6.42  5.645e+38 0.00114   17240 
triHPacyl.ptttptpppu 9.978e+43 7.21  7.21  5.623e+38 0.00113   17241 
triHPacyl.ptmtmmmpmu 1.231e+44 7.33  7.33  5.621e+38 0.00113   17242 
triHPacyl.mmppppmmpu 2.287e+44 7.70  7.70  5.619e+38 0.00113   17243 
triHPacyl.pmtpmttmpu 5.159e+44 8.19  8.19  5.604e+38 0.00113   17244 
triHPacyl.pptpmmpppu 4.586e+43 6.75  6.75  5.580e+38 0.00113   17245 
triHPacyl.pmttppppmu 1.450e+44 7.43  7.43  5.574e+38 0.00113   17246 
triHPacyl.tmpmmmmmpu 3.254e+43 6.54  6.54  5.574e+38 0.00112   17247 
triHPacyl.tmttmtmmpu 5.814e+44 8.26  8.26  5.571e+38 0.00112   17248 
triHPacyl.tpmmpttppu 8.336e+43 7.11  7.11  5.550e+38 0.00112   17249 
triHPacyl.tmpmmttppu 6.043e+43 6.92  6.92  5.541e+38 0.00112   17250 
triHPacyl.ptmmpttpmu 2.583e+44 7.78  7.78  5.537e+38 0.00112   17251 
triHPacyl.pmmtpttmpu 3.540e+44 7.97  7.97  5.517e+38 0.00111   17252 
triHPacyl.tmtmmpmppu 4.039e+43 6.68  6.68  5.514e+38 0.00111   17253 
triHPacyl.tmttmmmmpu 3.144e+44 7.90  7.90  5.490e+38 0.00111   17254 
triHPacyl.pmptmttmmu 1.396e+44 7.42  7.42  5.471e+38 0.0011    17255 
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triHPacyl.tmttmmpmpu 3.360e+44 7.95  7.95  5.469e+38 0.0011    17256 
triHPacyl.tpmmpppmpu 3.975e+43 6.68  6.68  5.447e+38 0.0011    17257 
triHPacyl.ptpmpppppu 5.887e+43 6.91  6.91  5.423e+38 0.00109   17258 
triHPacyl.ppptptpppu 6.597e+43 6.98  6.98  5.401e+38 0.00109   17259 
triHPacyl.tmmtmmtppu 3.698e+44 8.02  8.02  5.351e+38 0.00108   17260 
triHPacyl.ttptmtmpmu 4.145e+44 8.08  8.08  5.350e+38 0.00108   17261 
triHPacyl.ppptmmmppu 9.755e+43 7.22  7.22  5.324e+38 0.00107   17262 
triHPacyl.ptppmpmppu 5.261e+43 6.86  6.86  5.296e+38 0.00107   17263 
triHPacyl.mmmppppmmu 1.286e+43 6.02  6.02  5.291e+38 0.00107   17264 
triHPacyl.tmtmptpmpu 9.341e+43 7.20  7.20  5.284e+38 0.00107   17265 
triHPacyl.ppptpttmmu 2.770e+44 7.85  7.85  5.263e+38 0.00106   17266 
triHPacyl.ptptmpmpmu 9.286e+43 7.20  7.20  5.262e+38 0.00106   17267 
triHPacyl.ppttmttmpu 1.201e+44 7.36  7.36  5.260e+38 0.00106   17268 
triHPacyl.tttmmmpmpu 8.930e+43 7.18  7.18  5.254e+38 0.00106   17269 
triHPacyl.mmptpttpmu 1.617e+44 7.53  7.53  5.253e+38 0.00106   17270 
triHPacyl.tttpmttmpu 1.669e+44 7.56  7.56  5.227e+38 0.00105   17271 
triHPacyl.ppmmmmtppu 2.770e+43 6.49  6.49  5.211e+38 0.00105   17272 
triHPacyl.ppmpptpmmu 7.930e+42 5.74  5.74  5.208e+38 0.00105   17273 
triHPacyl.tpptmttmpu 7.239e+44 8.43  8.43  5.203e+38 0.00105   17274 
triHPacyl.pptmmtmmmu 1.654e+44 7.55  7.55  5.190e+38 0.00105   17275 
triHPacyl.ppptpptpmu 1.851e+44 7.62  7.62  5.172e+38 0.00104   17276 
triHPacyl.tmtmmtmpmu 1.126e+44 7.33  7.33  5.143e+38 0.00104   17277 
triHPacyl.ttpmmmmpmu 4.299e+43 6.76  6.76  5.129e+38 0.00104   17278 
triHPacyl.ppppptmmpu 1.160e+44 7.35  7.35  5.128e+38 0.00103   17279 
triHPacyl.pmmtpttmmu 5.879e+43 6.95  6.95  5.084e+38 0.00103   17280 
triHPacyl.ppttptpmmu 1.813e+44 7.62  7.62  5.059e+38 0.00102   17281 
triHPacyl.pmttptpppu 1.813e+44 7.63  7.63  5.028e+38 0.00101   17282 
triHPacyl.mmppmmmmmu 5.643e+43 6.93  6.93  5.028e+38 0.00101   17283 
triHPacyl.ppppmmtppu 2.149e+44 7.73  7.73  5.013e+38 0.00101   17284 
triHPacyl.ptttpmtmpu 1.253e+44 7.41  7.41  5.002e+38 0.00101   17285 
triHPacyl.tmttmtppmu 2.581e+44 7.84  7.84  4.993e+38 0.00101   17286 
triHPacyl.tttpmtpppu 6.299e+43 7.01  7.01  4.965e+38 0.001     17287 
triHPacyl.ppmtpmppmu 1.027e+43 5.93  5.93  4.933e+38 0.000996  17288 
triHPacyl.ttppmmtpmu 9.691e+43 7.27  7.27  4.896e+38 0.000988  17289 
triHPacyl.ttptmmmpmu 8.624e+43 7.20  7.20  4.890e+38 0.000987  17290 
triHPacyl.pptmmmppmu 4.724e+43 6.84  6.84  4.890e+38 0.000987  17291 
triHPacyl.ppmtptmppu 4.818e+43 6.86  6.86  4.868e+38 0.000982  17292 
triHPacyl.pmtmpmtppu 8.001e+43 7.16  7.16  4.844e+38 0.000978  17293 
triHPacyl.mtppppmmmu 3.309e+43 6.64  6.64  4.826e+38 0.000974  17294 
triHPacyl.tpptmttppu 4.745e+44 8.23  8.23  4.788e+38 0.000966  17295 
triHPacyl.ptmpmmmppu 5.861e+43 6.98  6.98  4.782e+38 0.000965  17296 
triHPacyl.mmptptmppu 4.329e+43 6.81  6.81  4.774e+38 0.000963  17297 
triHPacyl.ttmpmmmpmu 1.061e+44 7.34  7.34  4.766e+38 0.000962  17298 
triHPacyl.tpptmmtppu 3.226e+44 8.01  8.01  4.724e+38 0.000953  17299 
triHPacyl.ptpppptmmu 1.241e+44 7.44  7.44  4.718e+38 0.000952  17300 
triHPacyl.pmtpptmmmu 9.779e+43 7.30  7.30  4.710e+38 0.000951  17301 
triHPacyl.mttppmpppu 4.533e+43 6.85  6.85  4.676e+38 0.000944  17302 
triHPacyl.tmmmmmtpmu 1.372e+44 7.51  7.51  4.672e+38 0.000943  17303 
triHPacyl.tppmmttpmu 5.046e+44 8.28  8.28  4.657e+38 0.00094   17304 
triHPacyl.ppmpmmmppu 1.138e+43 6.02  6.02  4.651e+38 0.000939  17305 
triHPacyl.mptmpppmmu 1.215e+44 7.44  7.44  4.648e+38 0.000938  17306 
triHPacyl.ppptppmppu 1.273e+44 7.46  7.46  4.646e+38 0.000938  17307 
triHPacyl.tmttmtmmmu 4.719e+44 8.25  8.25  4.634e+38 0.000935  17308 
triHPacyl.ptpppttppu 1.801e+44 7.67  7.67  4.630e+38 0.000934  17309 
triHPacyl.pmppmttpmu 5.870e+43 7.01  7.01  4.620e+38 0.000933  17310 
triHPacyl.mppppmmppu 3.985e+43 6.78  6.78  4.620e+38 0.000932  17311 
triHPacyl.ptttmmtmpu 1.249e+44 7.46  7.46  4.617e+38 0.000932  17312 
triHPacyl.ptptptmpmu 2.424e+44 7.86  7.86  4.579e+38 0.000924  17313 
triHPacyl.mmmpptpmmu 2.593e+43 6.53  6.53  4.563e+38 0.000921  17314 
triHPacyl.mppppmmpmu 7.163e+43 7.14  7.14  4.535e+38 0.000915  17315 
triHPacyl.ppmtmtpmpu 4.494e+43 6.86  6.86  4.518e+38 0.000912  17316 
triHPacyl.pptmmmtmpu 3.796e+43 6.76  6.76  4.512e+38 0.000911  17317 
triHPacyl.ppptmmmpmu 4.820e+43 6.90  6.90  4.510e+38 0.00091   17318 
triHPacyl.tmppmtpmpu 9.353e+43 7.30  7.30  4.476e+38 0.000903  17319 
triHPacyl.pmtppmmmmu 7.545e+43 7.18  7.18  4.450e+38 0.000898  17320 
triHPacyl.ptpmmtmmpu 5.710e+43 7.01  7.01  4.433e+38 0.000895  17321 
triHPacyl.tppmptpmmu 1.341e+44 7.53  7.53  4.388e+38 0.000886  17322 
triHPacyl.tmpmmtmmpu 4.342e+43 6.86  6.86  4.347e+38 0.000877  17323 
triHPacyl.tptmpttppu 1.411e+44 7.57  7.57  4.338e+38 0.000876  17324 
triHPacyl.tptpmtmmmu 6.388e+43 7.10  7.10  4.289e+38 0.000866  17325 
triHPacyl.pmtppmtpmu 1.157e+44 7.46  7.46  4.276e+38 0.000863  17326 
triHPacyl.ttttmtmppu 1.626e+44 7.66  7.66  4.261e+38 0.00086   17327 
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triHPacyl.tttpmmmppu 7.191e+43 7.18  7.18  4.254e+38 0.000859  17328 
triHPacyl.ppmmptpppu 1.678e+43 6.31  6.31  4.218e+38 0.000851  17329 
triHPacyl.tpmtmtpmpu 7.693e+43 7.22  7.22  4.197e+38 0.000847  17330 
triHPacyl.pmppmtpppu 1.241e+44 7.51  7.51  4.165e+38 0.000841  17331 
triHPacyl.tmmtmmtpmu 5.152e+44 8.36  8.36  4.163e+38 0.00084   17332 
triHPacyl.ptttpttmpu 2.762e+44 7.99  7.99  4.160e+38 0.00084   17333 
triHPacyl.ptmtmtmmmu 1.984e+44 7.80  7.80  4.155e+38 0.000839  17334 
triHPacyl.pmttptmmmu 1.582e+45 9.04  9.04  4.100e+38 0.000828  17335 
triHPacyl.ptptpttppu 6.700e+43 7.16  7.16  4.088e+38 0.000825  17336 
triHPacyl.ptptpptppu 1.028e+44 7.41  7.41  4.082e+38 0.000824  17337 
triHPacyl.tpptptpmpu 4.021e+44 8.23  8.23  4.079e+38 0.000823  17338 
triHPacyl.ptmmpmppmu 5.117e+43 7.00  7.00  4.065e+38 0.00082   17339 
triHPacyl.pmppmtmmmu 4.415e+43 6.91  6.91  4.059e+38 0.000819  17340 
triHPacyl.mttpptpmmu 2.446e+43 6.56  6.56  4.047e+38 0.000817  17341 
triHPacyl.ttppmmtppu 1.482e+44 7.64  7.64  4.043e+38 0.000816  17342 
triHPacyl.mmmtmtmpmu 1.684e+43 6.34  6.34  4.042e+38 0.000816  17343 
triHPacyl.tmmtmmmmmu 4.422e+43 6.92  6.92  4.039e+38 0.000815  17344 
triHPacyl.ttppppmppu 5.537e+43 7.05  7.05  4.029e+38 0.000813  17345 
triHPacyl.ppmtptpmpu 6.101e+43 7.11  7.11  4.023e+38 0.000812  17346 
triHPacyl.pmppmpppmu 6.100e+43 7.11  7.11  4.015e+38 0.00081   17347 
triHPacyl.tmptmmpmpu 1.672e+44 7.72  7.72  3.992e+38 0.000806  17348 
triHPacyl.mmtpptpmmu 1.720e+44 7.73  7.73  3.991e+38 0.000806  17349 
triHPacyl.ppttppmmmu 3.095e+44 8.09  8.09  3.981e+38 0.000803  17350 
triHPacyl.tmmpptmmmu 2.095e+44 7.86  7.86  3.972e+38 0.000802  17351 
triHPacyl.pttmppmmmu 2.390e+44 7.93  7.93  3.963e+38 0.0008    17352 
triHPacyl.tptppttmpu 7.869e+44 8.65  8.65  3.963e+38 0.0008    17353 
triHPacyl.ppttmtppmu 6.965e+43 7.20  7.20  3.955e+38 0.000798  17354 
triHPacyl.tmmpmttppu 7.243e+43 7.23  7.23  3.922e+38 0.000792  17355 
triHPacyl.pmppmmtppu 1.696e+44 7.74  7.74  3.908e+38 0.000789  17356 
triHPacyl.pmptmmppmu 7.943e+44 8.67  8.67  3.850e+38 0.000777  17357 
triHPacyl.mmptpptmmu 2.981e+44 8.08  8.08  3.850e+38 0.000777  17358 
triHPacyl.ptpmmmpppu 3.157e+43 6.75  6.75  3.849e+38 0.000777  17359 
triHPacyl.mmtmpmmmmu 2.019e+44 7.85  7.85  3.829e+38 0.000773  17360 
triHPacyl.pmppmtmmpu 9.582e+43 7.41  7.41  3.821e+38 0.000771  17361 
triHPacyl.ppmmpppppu 1.162e+43 6.15  6.15  3.815e+38 0.00077   17362 
triHPacyl.tpptmtmppu 7.670e+43 7.29  7.29  3.758e+38 0.000759  17363 
triHPacyl.ptptmmpmmu 1.161e+44 7.54  7.54  3.736e+38 0.000754  17364 
triHPacyl.ptmtmmppmu 6.697e+43 7.22  7.22  3.704e+38 0.000748  17365 
triHPacyl.pmmtptpppu 7.587e+43 7.29  7.29  3.699e+38 0.000747  17366 
triHPacyl.tttmpttmpu 8.725e+43 7.38  7.38  3.696e+38 0.000746  17367 
triHPacyl.pmmmpmmpmu 1.374e+44 7.65  7.65  3.679e+38 0.000742  17368 
triHPacyl.pptpmtpmmu 4.244e+43 6.95  6.95  3.655e+38 0.000738  17369 
triHPacyl.mmtmmpppmu 7.940e+43 7.33  7.33  3.654e+38 0.000737  17370 
triHPacyl.mtmmmtmppu 3.622e+43 6.86  6.86  3.633e+38 0.000733  17371 
triHPacyl.tpmtmmpmpu 5.935e+43 7.16  7.16  3.627e+38 0.000732  17372 
triHPacyl.mpptptmppu 5.576e+43 7.12  7.12  3.624e+38 0.000731  17373 
triHPacyl.mmppmttmmu 8.574e+43 7.38  7.38  3.614e+38 0.000729  17374 
triHPacyl.tpttmtpmmu 2.447e+44 8.01  8.01  3.594e+38 0.000725  17375 
triHPacyl.pmppmmtmmu 1.406e+44 7.68  7.68  3.575e+38 0.000722  17376 
triHPacyl.mptmptpmpu 2.304e+43 6.60  6.60  3.574e+38 0.000721  17377 
triHPacyl.ptpppmmmmu 4.510e+43 7.01  7.01  3.550e+38 0.000717  17378 
triHPacyl.tmttmtpmpu 5.065e+44 8.45  8.45  3.549e+38 0.000716  17379 
triHPacyl.mttmptmmmu 1.311e+44 7.64  7.64  3.538e+38 0.000714  17380 
triHPacyl.tttpmtmppu 9.779e+43 7.47  7.47  3.536e+38 0.000714  17381 
triHPacyl.pmptpmpmpu 1.819e+43 6.47  6.47  3.508e+38 0.000708  17382 
triHPacyl.pmtpmttppu 1.223e+44 7.61  7.61  3.497e+38 0.000706  17383 
triHPacyl.ptmtmtmmpu 1.438e+44 7.71  7.71  3.488e+38 0.000704  17384 
triHPacyl.pmtppttpmu 1.479e+44 7.73  7.73  3.473e+38 0.000701  17385 
triHPacyl.tppmmmtpmu 3.219e+44 8.19  8.19  3.452e+38 0.000697  17386 
triHPacyl.pmmtmptmmu 2.577e+43 6.70  6.70  3.411e+38 0.000689  17387 
triHPacyl.mttpmtmpmu 4.345e+43 7.01  7.01  3.401e+38 0.000686  17388 
triHPacyl.mtppmmmpmu 4.911e+43 7.09  7.09  3.374e+38 0.000681  17389 
triHPacyl.ptmmppmmmu 1.137e+44 7.59  7.59  3.369e+38 0.00068   17390 
triHPacyl.tppppttmpu 1.125e+45 8.96  8.96  3.360e+38 0.000678  17391 
triHPacyl.ptmtpmtmmu 2.433e+44 8.05  8.05  3.351e+38 0.000676  17392 
triHPacyl.tmtppppmmu 1.291e+44 7.67  7.67  3.314e+38 0.000669  17393 
triHPacyl.ppttmtmpmu 8.313e+43 7.41  7.41  3.312e+38 0.000669  17394 
triHPacyl.ptppmmtpmu 7.194e+43 7.34  7.34  3.255e+38 0.000657  17395 
triHPacyl.pptmmtpmmu 3.522e+44 8.28  8.28  3.253e+38 0.000656  17396 
triHPacyl.tmtmppppmu 9.753e+43 7.52  7.52  3.251e+38 0.000656  17397 
triHPacyl.tmpmmtpmmu 2.852e+43 6.79  6.79  3.245e+38 0.000655  17398 
triHPacyl.mtmmmtpmpu 1.633e+43 6.46  6.46  3.225e+38 0.000651  17399 
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triHPacyl.ptmtpmtpmu 1.596e+44 7.82  7.82  3.220e+38 0.00065   17400 
triHPacyl.mptpmtmpmu 2.763e+43 6.77  6.77  3.219e+38 0.00065   17401 
triHPacyl.ptptpptpmu 2.387e+44 8.07  8.07  3.161e+38 0.000638  17402 
triHPacyl.mmtpmtmpmu 2.811e+43 6.79  6.79  3.160e+38 0.000638  17403 
triHPacyl.pmmmpmpmmu 6.739e+43 7.32  7.32  3.151e+38 0.000636  17404 
triHPacyl.ttpmmmtppu 5.986e+43 7.25  7.25  3.135e+38 0.000633  17405 
triHPacyl.tmmtmttppu 4.472e+44 8.45  8.45  3.131e+38 0.000632  17406 
triHPacyl.pmtmppmppu 7.571e+43 7.40  7.40  3.104e+38 0.000626  17407 
triHPacyl.ptpmmmtmpu 5.387e+43 7.19  7.19  3.093e+38 0.000624  17408 
triHPacyl.mpmmpttmmu 3.120e+43 6.87  6.87  3.081e+38 0.000622  17409 
triHPacyl.ppptppmpmu 1.544e+44 7.83  7.83  3.077e+38 0.000621  17410 
triHPacyl.tmtmmmtpmu 3.943e+44 8.39  8.39  3.072e+38 0.00062   17411 
triHPacyl.ppttpttpmu 1.434e+44 7.78  7.78  3.057e+38 0.000617  17412 
triHPacyl.ppmtpppmpu 4.792e+43 7.13  7.13  3.053e+38 0.000616  17413 
triHPacyl.mmptpptmpu 2.641e+44 8.15  8.15  3.040e+38 0.000614  17414 
triHPacyl.ptptmpmmmu 3.896e+44 8.39  8.39  3.021e+38 0.00061   17415 
triHPacyl.pmptmmtmmu 4.673e+44 8.50  8.50  3.018e+38 0.000609  17416 
triHPacyl.pmmtptmpmu 1.218e+43 6.32  6.32  3.014e+38 0.000608  17417 
triHPacyl.mmttmttmpu 3.169e+44 8.27  8.27  2.998e+38 0.000605  17418 
triHPacyl.ptttptpmpu 1.006e+44 7.59  7.59  2.987e+38 0.000603  17419 
triHPacyl.mtppmpmpmu 3.078e+43 6.88  6.88  2.975e+38 0.0006    17420 
triHPacyl.tpttmpmpmu 2.585e+44 8.16  8.16  2.949e+38 0.000595  17421 
triHPacyl.tppmmmtmmu 4.404e+44 8.48  8.48  2.944e+38 0.000594  17422 
triHPacyl.tttppmppmu 1.682e+44 7.91  7.91  2.928e+38 0.000591  17423 
triHPacyl.tpttmtpppu 2.404e+44 8.12  8.12  2.913e+38 0.000588  17424 
triHPacyl.pttpmmmppu 7.161e+43 7.40  7.40  2.898e+38 0.000585  17425 
triHPacyl.mmtmpmmmpu 3.762e+44 8.40  8.40  2.865e+38 0.000578  17426 
triHPacyl.ppmtmttmpu 6.727e+43 7.38  7.38  2.828e+38 0.000571  17427 
triHPacyl.tmpppmppmu 4.066e+43 7.08  7.08  2.825e+38 0.00057   17428 
triHPacyl.pppppmmmpu 8.572e+43 7.53  7.53  2.822e+38 0.00057   17429 
triHPacyl.mttmpmpppu 5.098e+43 7.22  7.22  2.820e+38 0.000569  17430 
triHPacyl.mtmmptppmu 3.220e+43 6.94  6.94  2.819e+38 0.000569  17431 
triHPacyl.mmppptppmu 3.294e+43 6.96  6.96  2.801e+38 0.000565  17432 
triHPacyl.tmpmpttmpu 8.539e+43 7.53  7.53  2.788e+38 0.000563  17433 
triHPacyl.mtppmtpmmu 2.290e+43 6.75  6.75  2.779e+38 0.000561  17434 
triHPacyl.ptmtpttppu 3.459e+44 8.37  8.37  2.778e+38 0.000561  17435 
triHPacyl.tmmmppppmu 3.452e+43 6.99  6.99  2.777e+38 0.000561  17436 
triHPacyl.ptptpppppu 5.617e+43 7.28  7.28  2.772e+38 0.000559  17437 
triHPacyl.mmptptpppu 1.338e+44 7.80  7.80  2.767e+38 0.000558  17438 
triHPacyl.pmtpmtmpmu 7.838e+43 7.49  7.49  2.760e+38 0.000557  17439 
triHPacyl.tmppmmpppu 7.921e+43 7.49  7.49  2.750e+38 0.000555  17440 
triHPacyl.pmmmmpmppu 1.392e+43 6.46  6.46  2.737e+38 0.000552  17441 
triHPacyl.tmtppttpmu 3.206e+44 8.33  8.33  2.734e+38 0.000552  17442 
triHPacyl.tmttptpppu 2.076e+44 8.07  8.07  2.733e+38 0.000552  17443 
triHPacyl.tppmmttmmu 8.402e+44 8.91  8.91  2.711e+38 0.000547  17444 
triHPacyl.mtppptppmu 3.727e+43 7.05  7.05  2.709e+38 0.000547  17445 
triHPacyl.pmptmttpmu 1.482e+44 7.88  7.88  2.708e+38 0.000547  17446 
triHPacyl.ppmpmttppu 7.661e+43 7.49  7.49  2.681e+38 0.000541  17447 
triHPacyl.ttppmptpmu 8.258e+43 7.54  7.54  2.677e+38 0.00054   17448 
triHPacyl.ptptppmmpu 6.004e+43 7.35  7.35  2.674e+38 0.00054   17449 
triHPacyl.pptppttppu 1.166e+44 7.74  7.74  2.666e+38 0.000538  17450 
triHPacyl.tpptmmppmu 6.921e+44 8.81  8.81  2.660e+38 0.000537  17451 
triHPacyl.ptmpptpmmu 2.639e+43 6.86  6.86  2.651e+38 0.000535  17452 
triHPacyl.tpttmppmpu 1.367e+44 7.84  7.84  2.647e+38 0.000534  17453 
triHPacyl.tptmpppmpu 5.192e+43 7.27  7.27  2.646e+38 0.000534  17454 
triHPacyl.mtpppmmmmu 4.853e+43 7.23  7.23  2.639e+38 0.000533  17455 
triHPacyl.tmmtmmmpmu 2.347e+43 6.79  6.79  2.634e+38 0.000532  17456 
triHPacyl.tmmpmttmpu 6.937e+43 7.45  7.45  2.608e+38 0.000526  17457 
triHPacyl.ttttmmpppu 6.505e+43 7.41  7.41  2.605e+38 0.000526  17458 
triHPacyl.mmtmpmmpmu 3.073e+44 8.34  8.34  2.597e+38 0.000524  17459 
triHPacyl.ptpmppmmpu 5.223e+43 7.28  7.28  2.580e+38 0.000521  17460 
triHPacyl.tmpmptmmpu 7.553e+43 7.51  7.51  2.557e+38 0.000516  17461 
triHPacyl.pmmmptpmmu 3.142e+43 6.99  6.99  2.540e+38 0.000513  17462 
triHPacyl.tptpptppmu 5.581e+43 7.33  7.33  2.538e+38 0.000512  17463 
triHPacyl.mmpmmtpmpu 2.916e+43 6.95  6.95  2.530e+38 0.000511  17464 
triHPacyl.ppmpptmmmu 1.794e+43 6.66  6.66  2.527e+38 0.00051   17465 
triHPacyl.tmptmmpmmu 2.096e+44 8.13  8.13  2.505e+38 0.000506  17466 
triHPacyl.ttppmmmmpu 1.224e+44 7.81  7.81  2.498e+38 0.000504  17467 
triHPacyl.mtmmmmmppu 6.945e+43 7.47  7.47  2.494e+38 0.000503  17468 
triHPacyl.pmtmptmpmu 5.116e+43 7.29  7.29  2.486e+38 0.000502  17469 
triHPacyl.mpppptpppu 1.182e+44 7.80  7.80  2.478e+38 0.0005    17470 
triHPacyl.ptmtptpmpu 7.210e+43 7.50  7.50  2.475e+38 0.000499  17471 
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triHPacyl.ptmppmtppu 1.117e+44 7.76  7.76  2.473e+38 0.000499  17472 
triHPacyl.ttmmpttmmu 1.222e+44 7.82  7.82  2.468e+38 0.000498  17473 
triHPacyl.ttmpmtmppu 8.726e+43 7.62  7.62  2.464e+38 0.000497  17474 
triHPacyl.ttttmmtmpu 1.610e+44 7.99  7.99  2.452e+38 0.000495  17475 
triHPacyl.mmtmmppmmu 1.669e+45 9.38  9.38  2.439e+38 0.000492  17476 
triHPacyl.tmmpmmmmmu 2.040e+44 8.13  8.13  2.434e+38 0.000491  17477 
triHPacyl.mptpmtpmmu 4.291e+43 7.20  7.20  2.427e+38 0.00049   17478 
triHPacyl.pmmmpmtpmu 1.165e+44 7.80  7.80  2.427e+38 0.00049   17479 
triHPacyl.mmtmpttppu 3.476e+44 8.45  8.45  2.416e+38 0.000488  17480 
triHPacyl.tpmmmttmmu 1.079e+44 7.76  7.76  2.389e+38 0.000482  17481 
triHPacyl.tpptpmpmmu 2.957e+44 8.36  8.36  2.388e+38 0.000482  17482 
triHPacyl.tmmtmmmmpu 2.799e+44 8.33  8.33  2.373e+38 0.000479  17483 
triHPacyl.tptpmmmmmu 5.321e+43 7.35  7.35  2.372e+38 0.000479  17484 
triHPacyl.tmpppttmmu 9.128e+43 7.67  7.67  2.369e+38 0.000478  17485 
triHPacyl.tmmtmtmmmu 8.522e+44 9.01  9.01  2.341e+38 0.000473  17486 
triHPacyl.mptmpmpppu 1.700e+43 6.68  6.68  2.318e+38 0.000468  17487 
triHPacyl.tmpmpmpmpu 6.772e+43 7.51  7.51  2.299e+38 0.000464  17488 
triHPacyl.mmmtmmtpmu 6.990e+43 7.53  7.53  2.286e+38 0.000461  17489 
triHPacyl.ptpmmttmpu 7.857e+43 7.60  7.60  2.283e+38 0.000461  17490 
triHPacyl.pmppmmtpmu 8.618e+43 7.66  7.66  2.282e+38 0.000461  17491 
triHPacyl.ptmtpttmmu 6.414e+43 7.48  7.48  2.281e+38 0.00046   17492 
triHPacyl.ttmmmmtpmu 1.729e+44 8.07  8.07  2.277e+38 0.00046   17493 
triHPacyl.ptptptpppu 3.026e+43 7.03  7.03  2.277e+38 0.00046   17494 
triHPacyl.mttmpmtmpu 4.384e+43 7.25  7.25  2.274e+38 0.000459  17495 
triHPacyl.mmppptmmpu 9.759e+43 7.73  7.73  2.267e+38 0.000458  17496 
triHPacyl.pptmmmtppu 7.227e+43 7.56  7.56  2.248e+38 0.000454  17497 
triHPacyl.pptpppmmmu 5.186e+43 7.36  7.36  2.243e+38 0.000453  17498 
triHPacyl.ptmtmmtmmu 9.861e+43 7.75  7.75  2.242e+38 0.000452  17499 
triHPacyl.tpttmmpppu 1.363e+44 7.94  7.94  2.241e+38 0.000452  17500 
triHPacyl.tmmmpmpmpu 4.320e+43 7.26  7.26  2.231e+38 0.00045   17501 
triHPacyl.ptptmtmmpu 5.505e+43 7.41  7.41  2.184e+38 0.000441  17502 
triHPacyl.ptppptmmpu 1.556e+44 8.04  8.04  2.178e+38 0.00044   17503 
triHPacyl.mmtmmtmmmu 4.873e+44 8.72  8.72  2.176e+38 0.000439  17504 
triHPacyl.ttmmpmtmpu 8.993e+43 7.72  7.72  2.138e+38 0.000432  17505 
triHPacyl.ttppmmmmmu 5.551e+43 7.43  7.43  2.135e+38 0.000431  17506 
triHPacyl.tptmptpppu 1.294e+44 7.94  7.94  2.135e+38 0.000431  17507 
triHPacyl.mmpmmtpppu 3.895e+43 7.22  7.22  2.135e+38 0.000431  17508 
triHPacyl.mtppmtmmmu 5.489e+43 7.43  7.43  2.132e+38 0.00043   17509 
triHPacyl.mmptpptpmu 1.882e+44 8.16  8.16  2.123e+38 0.000429  17510 
triHPacyl.tpptptmpmu 1.137e+44 7.87  7.87  2.112e+38 0.000426  17511 
triHPacyl.mptppmpppu 2.480e+43 6.97  6.97  2.091e+38 0.000422  17512 
triHPacyl.ptmtppmmmu 5.725e+43 7.47  7.47  2.083e+38 0.00042   17513 
triHPacyl.tmtmptmppu 4.482e+43 7.32  7.32  2.082e+38 0.00042   17514 
triHPacyl.ptmtpttpmu 5.947e+43 7.49  7.49  2.077e+38 0.000419  17515 
triHPacyl.ppppmppmpu 5.975e+43 7.50  7.50  2.048e+38 0.000413  17516 
triHPacyl.tmtmpmpmpu 9.934e+43 7.81  7.81  2.031e+38 0.00041   17517 
triHPacyl.pttmptmmmu 2.080e+44 8.25  8.25  2.021e+38 0.000408  17518 
triHPacyl.ppmtpmmppu 2.892e+43 7.08  7.08  2.008e+38 0.000405  17519 
triHPacyl.pmtmptpmmu 1.704e+44 8.14  8.14  2.007e+38 0.000405  17520 
triHPacyl.tmmmpmtmmu 9.245e+43 7.77  7.77  2.006e+38 0.000405  17521 
triHPacyl.tptpmtpmpu 3.490e+44 8.57  8.57  2.004e+38 0.000405  17522 
triHPacyl.tptmmmtpmu 5.127e+44 8.80  8.80  1.997e+38 0.000403  17523 
triHPacyl.ptmtmtpmmu 8.540e+43 7.73  7.73  1.997e+38 0.000403  17524 
triHPacyl.tmtmpppmpu 9.800e+43 7.82  7.82  1.984e+38 0.000401  17525 
triHPacyl.tttmmmpmmu 5.441e+43 7.47  7.47  1.972e+38 0.000398  17526 
triHPacyl.pptpmtmmmu 2.886e+43 7.09  7.09  1.961e+38 0.000396  17527 
triHPacyl.mtttpttmpu 9.864e+43 7.83  7.83  1.956e+38 0.000395  17528 
triHPacyl.pmtpmmtmpu 5.988e+44 8.91  8.91  1.950e+38 0.000394  17529 
triHPacyl.tmmpmmtpmu 5.519e+43 7.49  7.49  1.941e+38 0.000392  17530 
triHPacyl.tpptmtppmu 8.857e+44 9.15  9.15  1.922e+38 0.000388  17531 
triHPacyl.tpmtmmmppu 4.798e+43 7.41  7.41  1.919e+38 0.000387  17532 
triHPacyl.ppptmtppmu 1.002e+44 7.85  7.85  1.908e+38 0.000385  17533 
triHPacyl.pmmtpmmmpu 2.802e+44 8.47  8.47  1.900e+38 0.000383  17534 
triHPacyl.ppttmttmmu 1.106e+44 7.91  7.91  1.899e+38 0.000383  17535 
triHPacyl.mmtmmtpmmu 5.973e+44 8.92  8.92  1.892e+38 0.000382  17536 
triHPacyl.mpmtpttmpu 5.534e+44 8.88  8.88  1.881e+38 0.00038   17537 
triHPacyl.pmmppmtmpu 1.055e+43 6.52  6.52  1.877e+38 0.000379  17538 
triHPacyl.ttmmpttppu 2.237e+44 8.34  8.34  1.868e+38 0.000377  17539 
triHPacyl.mpppmtmpmu 7.351e+43 7.68  7.68  1.865e+38 0.000376  17540 
triHPacyl.mptmmttmpu 6.379e+43 7.60  7.60  1.860e+38 0.000375  17541 
triHPacyl.ptmpmpmpmu 6.387e+43 7.60  7.60  1.849e+38 0.000373  17542 
triHPacyl.pmmmpttpmu 1.370e+44 8.06  8.06  1.840e+38 0.000371  17543 
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triHPacyl.tpmtmtmppu 6.106e+43 7.58  7.58  1.838e+38 0.000371  17544 
triHPacyl.tmtmpppmmu 5.091e+44 8.85  8.85  1.826e+38 0.000369  17545 
triHPacyl.mmmtmttmmu 2.277e+44 8.37  8.37  1.824e+38 0.000368  17546 
triHPacyl.tpttmmtppu 2.195e+44 8.35  8.35  1.818e+38 0.000367  17547 
triHPacyl.mttmpmtmmu 9.711e+43 7.87  7.87  1.810e+38 0.000365  17548 
triHPacyl.pmpmmmpmmu 8.354e+43 7.78  7.78  1.804e+38 0.000364  17549 
triHPacyl.ppttptmpmu 7.951e+43 7.75  7.75  1.801e+38 0.000364  17550 
triHPacyl.pptmmmtmmu 8.761e+43 7.81  7.81  1.798e+38 0.000363  17551 
triHPacyl.ptmppmtmmu 1.313e+44 8.05  8.05  1.795e+38 0.000362  17552 
triHPacyl.pmtmmtmmmu 7.398e+43 7.71  7.71  1.791e+38 0.000362  17553 
triHPacyl.mttpptmmpu 1.443e+44 8.11  8.11  1.790e+38 0.000361  17554 
triHPacyl.pmmtpttppu 3.339e+44 8.61  8.61  1.789e+38 0.000361  17555 
triHPacyl.tptppttpmu 2.043e+44 8.32  8.32  1.787e+38 0.000361  17556 
triHPacyl.tmtmmttpmu 5.730e+44 8.93  8.93  1.786e+38 0.00036   17557 
triHPacyl.tttmptmppu 1.457e+44 8.12  8.12  1.784e+38 0.00036   17558 
triHPacyl.ttpmptmppu 2.765e+43 7.13  7.13  1.778e+38 0.000359  17559 
triHPacyl.tmttpttmmu 2.916e+44 8.53  8.53  1.777e+38 0.000359  17560 
triHPacyl.tmmpmtpppu 3.153e+43 7.21  7.21  1.777e+38 0.000359  17561 
triHPacyl.pmmtptmmpu 3.530e+44 8.65  8.65  1.776e+38 0.000359  17562 
triHPacyl.mmptpptppu 1.921e+44 8.28  8.28  1.775e+38 0.000358  17563 
triHPacyl.pmmtpmtppu 2.815e+44 8.51  8.51  1.767e+38 0.000357  17564 
triHPacyl.ptmtptppmu 9.709e+43 7.88  7.88  1.766e+38 0.000357  17565 
triHPacyl.pmptmmtpmu 3.980e+44 8.72  8.72  1.766e+38 0.000356  17566 
triHPacyl.ppttpptpmu 5.435e+44 8.91  8.91  1.757e+38 0.000355  17567 
triHPacyl.mmptptmmpu 5.082e+44 8.87  8.87  1.752e+38 0.000354  17568 
triHPacyl.tttpmmmmmu 4.906e+43 7.48  7.48  1.751e+38 0.000353  17569 
triHPacyl.pmptmtmpmu 4.106e+43 7.37  7.37  1.748e+38 0.000353  17570 
triHPacyl.mpttptmppu 1.262e+44 8.04  8.04  1.744e+38 0.000352  17571 
triHPacyl.pmttppmmmu 4.683e+44 8.83  8.83  1.743e+38 0.000352  17572 
triHPacyl.ttmmmtmmpu 1.025e+44 7.92  7.92  1.734e+38 0.00035   17573 
triHPacyl.ttptmmpmmu 6.873e+43 7.69  7.69  1.731e+38 0.000349  17574 
triHPacyl.mmpppmmppu 2.348e+44 8.42  8.42  1.724e+38 0.000348  17575 
triHPacyl.pmmmpmmppu 2.003e+43 6.95  6.95  1.721e+38 0.000347  17576 
triHPacyl.ptmtmmtmpu 2.180e+44 8.38  8.38  1.720e+38 0.000347  17577 
triHPacyl.ptttmmpppu 1.337e+44 8.09  8.09  1.717e+38 0.000347  17578 
triHPacyl.mmtmmtpmpu 8.759e+43 7.84  7.84  1.715e+38 0.000346  17579 
triHPacyl.ptmtpmppmu 4.416e+43 7.43  7.43  1.714e+38 0.000346  17580 
triHPacyl.tmmtmtmmpu 4.548e+44 8.82  8.82  1.713e+38 0.000346  17581 
triHPacyl.tttmptppmu 1.192e+44 8.02  8.02  1.710e+38 0.000345  17582 
triHPacyl.tpttmpmppu 4.085e+44 8.76  8.76  1.708e+38 0.000345  17583 
triHPacyl.ptttpmtmmu 1.171e+44 8.01  8.01  1.704e+38 0.000344  17584 
triHPacyl.ptttpmpmmu 6.366e+43 7.66  7.66  1.681e+38 0.000339  17585 
triHPacyl.tpmmmmtmmu 5.656e+43 7.59  7.59  1.680e+38 0.000339  17586 
triHPacyl.pttpptpmpu 8.217e+43 7.81  7.81  1.674e+38 0.000338  17587 
triHPacyl.ptmmmmmmmu 7.475e+43 7.76  7.76  1.673e+38 0.000338  17588 
triHPacyl.ptptptmmpu 2.918e+43 7.20  7.20  1.657e+38 0.000334  17589 
triHPacyl.mttppmtmpu 7.672e+43 7.78  7.78  1.653e+38 0.000334  17590 
triHPacyl.ppttppmppu 1.875e+44 8.31  8.31  1.644e+38 0.000332  17591 
triHPacyl.ptmtppmmpu 1.274e+44 8.09  8.09  1.640e+38 0.000331  17592 
triHPacyl.tpttmmmmmu 5.071e+44 8.91  8.91  1.637e+38 0.00033   17593 
triHPacyl.mmtmmppmpu 1.057e+44 7.98  7.98  1.626e+38 0.000328  17594 
triHPacyl.mpttptmpmu 7.140e+43 7.75  7.75  1.618e+38 0.000327  17595 
triHPacyl.pmptmtpmpu 4.767e+43 7.51  7.51  1.614e+38 0.000326  17596 
triHPacyl.ppmmptmpmu 2.310e+43 7.08  7.08  1.614e+38 0.000326  17597 
triHPacyl.tttppmtpmu 4.770e+44 8.88  8.88  1.611e+38 0.000325  17598 
triHPacyl.tmtpmtpmpu 1.622e+44 8.24  8.24  1.601e+38 0.000323  17599 
triHPacyl.mmttmmtmpu 4.386e+44 8.85  8.85  1.579e+38 0.000319  17600 
triHPacyl.pmtmmtmmpu 8.704e+43 7.88  7.88  1.574e+38 0.000318  17601 
triHPacyl.mmtmppmppu 3.497e+44 8.71  8.71  1.571e+38 0.000317  17602 
triHPacyl.ptmppmtpmu 1.090e+44 8.02  8.02  1.566e+38 0.000316  17603 
triHPacyl.mmtpmppmmu 1.001e+44 7.97  7.97  1.566e+38 0.000316  17604 
triHPacyl.ptptpptmpu 2.010e+44 8.39  8.39  1.551e+38 0.000313  17605 
triHPacyl.tptmptmppu 4.099e+43 7.44  7.44  1.546e+38 0.000312  17606 
triHPacyl.mttmmttppu 1.838e+44 8.34  8.34  1.538e+38 0.00031   17607 
triHPacyl.tmpmpttppu 1.164e+44 8.07  8.07  1.537e+38 0.00031   17608 
triHPacyl.tpmppttmmu 5.092e+43 7.58  7.58  1.534e+38 0.00031   17609 
triHPacyl.mmpmmttmpu 7.317e+43 7.80  7.80  1.529e+38 0.000309  17610 
triHPacyl.mptmptmmmu 1.134e+44 8.06  8.06  1.523e+38 0.000307  17611 
triHPacyl.ptppmppppu 2.116e+44 8.44  8.44  1.515e+38 0.000306  17612 
triHPacyl.pptpmppmmu 2.490e+43 7.16  7.16  1.506e+38 0.000304  17613 
triHPacyl.pmmtpmmmmu 5.662e+43 7.65  7.65  1.505e+38 0.000304  17614 
triHPacyl.pmtmppmpmu 7.257e+43 7.80  7.80  1.503e+38 0.000303  17615 
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triHPacyl.pmttptmmpu 7.381e+44 9.19  9.19  1.490e+38 0.000301  17616 
triHPacyl.mtpppmppmu 4.285e+43 7.49  7.49  1.489e+38 0.000301  17617 
triHPacyl.ppptmtpppu 1.003e+44 8.00  8.00  1.489e+38 0.0003    17618 
triHPacyl.mttpmtpmmu 2.363e+43 7.14  7.14  1.487e+38 0.0003    17619 
triHPacyl.pmmtmpmppu 9.661e+43 7.98  7.98  1.485e+38 0.0003    17620 
triHPacyl.mmptptmmmu 4.986e+44 8.96  8.96  1.478e+38 0.000298  17621 
triHPacyl.pptpmmtmpu 7.904e+43 7.87  7.87  1.460e+38 0.000295  17622 
triHPacyl.ppttpmmpmu 6.093e+43 7.72  7.72  1.459e+38 0.000295  17623 
triHPacyl.ppmtmppmpu 4.227e+43 7.50  7.50  1.448e+38 0.000292  17624 
triHPacyl.tmttmtmpmu 1.368e+44 8.21  8.21  1.439e+38 0.00029   17625 
triHPacyl.mpppptmmpu 6.115e+43 7.73  7.73  1.437e+38 0.00029   17626 
triHPacyl.mpmmptpppu 1.751e+43 6.98  6.98  1.434e+38 0.000289  17627 
triHPacyl.mttpmmmpmu 7.268e+43 7.83  7.83  1.431e+38 0.000289  17628 
triHPacyl.ttptmtpmmu 1.489e+44 8.26  8.26  1.426e+38 0.000288  17629 
triHPacyl.mmtpmttpmu 2.127e+44 8.48  8.48  1.413e+38 0.000285  17630 
triHPacyl.tttmpttmmu 2.163e+44 8.49  8.49  1.412e+38 0.000285  17631 
triHPacyl.mttmpmppmu 1.052e+44 8.06  8.06  1.411e+38 0.000285  17632 
triHPacyl.pttpptmmmu 1.180e+44 8.13  8.13  1.408e+38 0.000284  17633 
triHPacyl.tmppmtpppu 7.070e+43 7.83  7.83  1.407e+38 0.000284  17634 
triHPacyl.ptmpmtmmmu 5.426e+43 7.67  7.67  1.406e+38 0.000284  17635 
triHPacyl.tmttptpmmu 6.066e+44 9.11  9.11  1.404e+38 0.000283  17636 
triHPacyl.mtttptpppu 7.878e+43 7.90  7.90  1.394e+38 0.000281  17637 
triHPacyl.mmptpppppu 9.944e+43 8.04  8.04  1.392e+38 0.000281  17638 
triHPacyl.ptmmmmtppu 1.531e+44 8.29  8.29  1.392e+38 0.000281  17639 
triHPacyl.ptmppttppu 2.339e+44 8.55  8.55  1.392e+38 0.000281  17640 
triHPacyl.mmtpmtmmmu 4.137e+44 8.89  8.89  1.385e+38 0.000279  17641 
triHPacyl.mptmpmmppu 1.978e+43 7.08  7.08  1.382e+38 0.000279  17642 
triHPacyl.pmttptppmu 2.508e+44 8.59  8.59  1.379e+38 0.000278  17643 
triHPacyl.mtppmmpmmu 2.275e+43 7.16  7.16  1.376e+38 0.000278  17644 
triHPacyl.ptmpmtmmpu 9.441e+43 8.01  8.01  1.376e+38 0.000278  17645 
triHPacyl.tmtmpttppu 1.430e+44 8.26  8.26  1.374e+38 0.000277  17646 
triHPacyl.mpppptmmmu 6.861e+43 7.83  7.83  1.367e+38 0.000276  17647 
triHPacyl.mttmpmmmmu 2.910e+44 8.69  8.69  1.363e+38 0.000275  17648 
triHPacyl.ttppmpmmmu 4.930e+43 7.63  7.63  1.360e+38 0.000275  17649 
triHPacyl.tmpppttpmu 1.023e+44 8.07  8.07  1.351e+38 0.000273  17650 
triHPacyl.tmpppmpmmu 6.619e+43 7.81  7.81  1.347e+38 0.000272  17651 
triHPacyl.ptmtmmpppu 6.726e+43 7.82  7.82  1.343e+38 0.000271  17652 
triHPacyl.tpptptpppu 1.708e+44 8.38  8.38  1.342e+38 0.000271  17653 
triHPacyl.ttmmpmmppu 7.044e+43 7.85  7.85  1.337e+38 0.00027   17654 
triHPacyl.ttmtmmtppu 2.101e+44 8.51  8.51  1.337e+38 0.00027   17655 
triHPacyl.tmptmtmppu 4.128e+43 7.54  7.54  1.331e+38 0.000269  17656 
triHPacyl.ttmmptpmpu 2.671e+43 7.29  7.29  1.316e+38 0.000266  17657 
triHPacyl.pptmmtpmpu 6.598e+43 7.83  7.83  1.310e+38 0.000264  17658 
triHPacyl.ptttpmppmu 6.491e+43 7.82  7.82  1.307e+38 0.000264  17659 
triHPacyl.mmttmttmmu 3.020e+44 8.74  8.74  1.306e+38 0.000264  17660 
triHPacyl.ppmtmmtppu 2.521e+44 8.63  8.63  1.306e+38 0.000264  17661 
triHPacyl.tpptpppmmu 1.536e+44 8.33  8.33  1.304e+38 0.000263  17662 
triHPacyl.tttmpmpppu 5.324e+43 7.70  7.70  1.303e+38 0.000263  17663 
triHPacyl.mmpppmppmu 3.854e+43 7.51  7.51  1.301e+38 0.000263  17664 
triHPacyl.mpptptpmmu 8.423e+43 7.98  7.98  1.301e+38 0.000262  17665 
triHPacyl.pttmppmmpu 7.102e+43 7.88  7.88  1.296e+38 0.000262  17666 
triHPacyl.mttmptmmpu 1.730e+44 8.41  8.41  1.290e+38 0.00026   17667 
triHPacyl.mmttmtpppu 1.594e+44 8.37  8.37  1.283e+38 0.000259  17668 
triHPacyl.mmpmmmpppu 4.245e+43 7.58  7.58  1.268e+38 0.000256  17669 
triHPacyl.tmmmpmmmpu 5.762e+43 7.77  7.77  1.267e+38 0.000256  17670 
triHPacyl.tttmmmmmmu 2.685e+44 8.68  8.68  1.266e+38 0.000255  17671 
triHPacyl.pmptptmmmu 5.792e+44 9.15  9.15  1.261e+38 0.000254  17672 
triHPacyl.mmppmmtmmu 2.924e+44 8.74  8.74  1.257e+38 0.000254  17673 
triHPacyl.pttmptmmpu 2.836e+44 8.72  8.72  1.252e+38 0.000253  17674 
triHPacyl.mmpmptmpmu 3.868e+43 7.54  7.54  1.251e+38 0.000252  17675 
triHPacyl.mmpppmmmpu 1.971e+44 8.51  8.51  1.247e+38 0.000252  17676 
triHPacyl.ttttmtpmmu 8.999e+43 8.05  8.05  1.240e+38 0.00025   17677 
triHPacyl.pmppmmmppu 2.961e+44 8.76  8.76  1.239e+38 0.00025   17678 
triHPacyl.tpmmptpppu 3.756e+43 7.52  7.52  1.239e+38 0.00025   17679 
triHPacyl.ppmtmmtmmu 5.174e+43 7.72  7.72  1.238e+38 0.00025   17680 
triHPacyl.ppmppppmpu 2.199e+43 7.21  7.21  1.238e+38 0.00025   17681 
triHPacyl.mmppmttpmu 6.278e+43 7.83  7.83  1.237e+38 0.00025   17682 
triHPacyl.tpptptmppu 2.113e+44 8.56  8.56  1.233e+38 0.000249  17683 
triHPacyl.tmppmmtmpu 5.197e+44 9.09  9.09  1.231e+38 0.000249  17684 
triHPacyl.mmppptmmmu 2.994e+43 7.39  7.39  1.229e+38 0.000248  17685 
triHPacyl.ttppmttppu 2.072e+44 8.55  8.55  1.229e+38 0.000248  17686 
triHPacyl.ptmtmmmmmu 2.638e+44 8.69  8.69  1.227e+38 0.000248  17687 
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triHPacyl.ttppmptmmu 1.694e+44 8.43  8.43  1.225e+38 0.000247  17688 
triHPacyl.ptmtmmmmpu 2.092e+44 8.56  8.56  1.218e+38 0.000246  17689 
triHPacyl.mmtmmttppu 1.792e+44 8.47  8.47  1.215e+38 0.000245  17690 
triHPacyl.mtmmpmpmpu 2.427e+43 7.28  7.28  1.212e+38 0.000245  17691 
triHPacyl.ptttmmtmmu 1.513e+44 8.37  8.37  1.208e+38 0.000244  17692 
triHPacyl.tmpppmmmmu 5.937e+43 7.82  7.82  1.200e+38 0.000242  17693 
triHPacyl.mmpmmmpmpu 9.237e+43 8.08  8.08  1.191e+38 0.00024   17694 
triHPacyl.mtpppptmmu 8.233e+43 8.02  8.02  1.189e+38 0.00024   17695 
triHPacyl.ptttmmpmmu 7.744e+43 7.98  7.98  1.185e+38 0.000239  17696 
triHPacyl.mmtmmtmmpu 8.950e+44 9.44  9.44  1.180e+38 0.000238  17697 
triHPacyl.mpttptpmmu 9.795e+43 8.13  8.13  1.173e+38 0.000237  17698 
triHPacyl.ppttptmppu 2.329e+44 8.65  8.65  1.168e+38 0.000236  17699 
triHPacyl.tttppmmpmu 8.567e+43 8.05  8.05  1.167e+38 0.000236  17700 
triHPacyl.ppptmtmmmu 9.325e+43 8.10  8.10  1.166e+38 0.000235  17701 
triHPacyl.tppppttmmu 1.324e+45 9.69  9.69  1.163e+38 0.000235  17702 
triHPacyl.pmttppmmpu 3.570e+44 8.91  8.91  1.162e+38 0.000234  17703 
triHPacyl.tpttmmmmpu 6.532e+44 9.27  9.27  1.157e+38 0.000234  17704 
triHPacyl.ttmpmptppu 2.101e+44 8.59  8.59  1.154e+38 0.000233  17705 
triHPacyl.pptppppmpu 2.072e+43 7.21  7.21  1.154e+38 0.000233  17706 
triHPacyl.mpmmpmmmpu 1.681e+43 7.09  7.09  1.150e+38 0.000232  17707 
triHPacyl.pptpmmtpmu 1.158e+44 8.24  8.24  1.148e+38 0.000232  17708 
triHPacyl.mmtpmmmpmu 1.508e+45 9.77  9.77  1.146e+38 0.000231  17709 
triHPacyl.ptpmpmpmmu 4.055e+43 7.62  7.62  1.145e+38 0.000231  17710 
triHPacyl.tpptmtmmmu 1.466e+44 8.38  8.38  1.143e+38 0.000231  17711 
triHPacyl.tmtpmttppu 9.023e+44 9.47  9.47  1.139e+38 0.00023   17712 
triHPacyl.tptmpmtmpu 7.975e+43 8.03  8.03  1.132e+38 0.000229  17713 
triHPacyl.ttppmmpppu 1.097e+44 8.22  8.22  1.131e+38 0.000228  17714 
triHPacyl.mmtmpppmpu 1.185e+44 8.27  8.27  1.124e+38 0.000227  17715 
triHPacyl.mtpppmtmmu 2.853e+44 8.80  8.80  1.118e+38 0.000226  17716 
triHPacyl.pmmtppmmmu 4.524e+43 7.70  7.70  1.111e+38 0.000224  17717 
triHPacyl.ptmtpmtmpu 2.036e+44 8.60  8.60  1.108e+38 0.000224  17718 
triHPacyl.tpttptpmmu 2.346e+44 8.69  8.69  1.094e+38 0.000221  17719 
triHPacyl.tmpmpmpppu 8.552e+43 8.10  8.10  1.081e+38 0.000218  17720 
triHPacyl.mptpptmppu 7.245e+43 8.00  8.00  1.081e+38 0.000218  17721 
triHPacyl.tttppttmpu 2.334e+44 8.70  8.70  1.073e+38 0.000217  17722 
triHPacyl.tmpmmtppmu 8.834e+43 8.13  8.13  1.061e+38 0.000214  17723 
triHPacyl.ptppptpppu 9.383e+43 8.16  8.16  1.060e+38 0.000214  17724 
triHPacyl.ttmtmmtpmu 2.183e+44 8.67  8.67  1.059e+38 0.000214  17725 
triHPacyl.mtppmtmpmu 3.259e+43 7.53  7.53  1.058e+38 0.000213  17726 
triHPacyl.ttptmmtppu 1.057e+44 8.24  8.24  1.055e+38 0.000213  17727 
triHPacyl.pptmmppmmu 2.167e+44 8.67  8.67  1.054e+38 0.000213  17728 
triHPacyl.ttttmtpppu 1.407e+44 8.41  8.41  1.051e+38 0.000212  17729 
triHPacyl.mttmptpmmu 6.340e+43 7.94  7.94  1.037e+38 0.000209  17730 
triHPacyl.ptttptppmu 1.184e+44 8.32  8.32  1.036e+38 0.000209  17731 
triHPacyl.tmmtmmmppu 6.941e+43 8.00  8.00  1.036e+38 0.000209  17732 
triHPacyl.tpmpmtpmpu 6.965e+43 8.00  8.00  1.035e+38 0.000209  17733 
triHPacyl.mpttptpppu 3.838e+43 7.65  7.65  1.033e+38 0.000208  17734 
triHPacyl.pmmpptpppu 4.205e+43 7.70  7.70  1.031e+38 0.000208  17735 
triHPacyl.ppmppmpmmu 5.870e+42 6.53  6.53  1.031e+38 0.000208  17736 
triHPacyl.ptptpttmpu 9.205e+43 8.17  8.17  1.031e+38 0.000208  17737 
triHPacyl.ppmpptpmpu 2.983e+43 7.50  7.50  1.028e+38 0.000207  17738 
triHPacyl.tpmtptmppu 7.210e+43 8.03  8.03  1.024e+38 0.000207  17739 
triHPacyl.tttpptpppu 9.930e+43 8.22  8.22  1.016e+38 0.000205  17740 
triHPacyl.ppmmmtpmmu 5.083e+43 7.83  7.83  1.013e+38 0.000204  17741 
triHPacyl.ppmppmmmmu 1.177e+43 6.95  6.95  1.012e+38 0.000204  17742 
triHPacyl.tttmptmpmu 1.520e+44 8.48  8.48  1.008e+38 0.000203  17743 
triHPacyl.tmppmtmppu 9.237e+43 8.18  8.18  1.008e+38 0.000203  17744 
triHPacyl.ttpppmtpmu 1.444e+44 8.45  8.45  1.002e+38 0.000202  17745 
triHPacyl.tpptmmmmpu 1.561e+44 8.51  8.51  9.933e+37 0.0002    17746 
triHPacyl.pmttpmpmmu 1.218e+44 8.36  8.36  9.918e+37 0.0002    17747 
triHPacyl.mmptppppmu 1.186e+44 8.34  8.34  9.917e+37 0.0002    17748 
triHPacyl.mttmmmmppu 2.941e+44 8.89  8.89  9.897e+37 0.0002    17749 
triHPacyl.mptmmtpmpu 5.407e+43 7.88  7.88  9.885e+37 0.0002    17750 
triHPacyl.tmptmtpmmu 3.905e+44 9.06  9.06  9.868e+37 0.000199  17751 
triHPacyl.mptmpmmpmu 4.942e+43 7.83  7.83  9.847e+37 0.000199  17752 
triHPacyl.mptmptmmpu 7.649e+43 8.09  8.09  9.845e+37 0.000199  17753 
triHPacyl.ttppmpppmu 5.272e+43 7.87  7.87  9.813e+37 0.000198  17754 
triHPacyl.pmptptpmpu 2.640e+43 7.46  7.46  9.770e+37 0.000197  17755 
triHPacyl.ttmtmmtmmu 1.679e+44 8.56  8.56  9.740e+37 0.000197  17756 
triHPacyl.tptmpttmmu 1.870e+44 8.63  8.63  9.737e+37 0.000197  17757 
triHPacyl.tppmpppmmu 1.870e+43 7.25  7.25  9.717e+37 0.000196  17758 
triHPacyl.tpptmmmmmu 1.249e+44 8.39  8.39  9.714e+37 0.000196  17759 
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triHPacyl.ttptmttppu 6.337e+43 7.98  7.98  9.694e+37 0.000196  17760 
triHPacyl.ttttmttmpu 2.820e+44 8.88  8.88  9.594e+37 0.000194  17761 
triHPacyl.mmtmmmpmmu 8.065e+44 9.51  9.51  9.567e+37 0.000193  17762 
triHPacyl.tpttmmppmu 1.642e+44 8.56  8.56  9.563e+37 0.000193  17763 
triHPacyl.pmmtmtpmmu 3.856e+43 7.70  7.70  9.436e+37 0.00019   17764 
triHPacyl.pmppmmmmpu 1.660e+44 8.58  8.58  9.376e+37 0.000189  17765 
triHPacyl.ptttpmpmpu 9.178e+43 8.23  8.23  9.282e+37 0.000187  17766 
triHPacyl.ttmmpmtmmu 2.070e+44 8.72  8.72  9.238e+37 0.000186  17767 
triHPacyl.mmpmmtmmpu 5.054e+43 7.88  7.88  9.218e+37 0.000186  17768 
triHPacyl.ptttpttmmu 1.837e+44 8.65  8.65  9.205e+37 0.000186  17769 
triHPacyl.ppmtmtppmu 4.753e+43 7.85  7.85  9.134e+37 0.000184  17770 
triHPacyl.tmttmtmppu 1.930e+44 8.68  8.68  9.102e+37 0.000184  17771 
triHPacyl.mptpmmpmmu 7.105e+43 8.09  8.09  9.080e+37 0.000183  17772 
triHPacyl.ptmmmttpmu 6.490e+44 9.41  9.41  9.056e+37 0.000183  17773 
triHPacyl.tttmpmtmpu 7.894e+43 8.16  8.16  9.036e+37 0.000182  17774 
triHPacyl.ppttmmpppu 6.509e+43 8.04  8.04  9.031e+37 0.000182  17775 
triHPacyl.mpmtpmpmpu 1.057e+44 8.33  8.33  9.019e+37 0.000182  17776 
triHPacyl.ptttmmpmpu 1.099e+44 8.36  8.36  8.995e+37 0.000182  17777 
triHPacyl.ttpmppmppu 3.640e+43 7.70  7.70  8.993e+37 0.000182  17778 
triHPacyl.ttptmtmmpu 4.054e+43 7.76  7.76  8.973e+37 0.000181  17779 
triHPacyl.tpttmttpmu 2.028e+44 8.73  8.73  8.924e+37 0.00018   17780 
triHPacyl.tmptmtpmpu 2.746e+44 8.91  8.91  8.886e+37 0.000179  17781 
triHPacyl.tmppmmtppu 3.496e+44 9.05  9.05  8.857e+37 0.000179  17782 
triHPacyl.ppmmmmtpmu 4.130e+43 7.78  7.78  8.839e+37 0.000178  17783 
triHPacyl.ptmppmmmpu 3.803e+44 9.11  9.11  8.830e+37 0.000178  17784 
triHPacyl.tpttmtppmu 2.616e+44 8.88  8.88  8.825e+37 0.000178  17785 
triHPacyl.ttmmmmmmmu 1.340e+44 8.49  8.49  8.810e+37 0.000178  17786 
triHPacyl.ttpmmmpppu 7.080e+43 8.11  8.11  8.784e+37 0.000177  17787 
triHPacyl.tmmtptpppu 8.143e+43 8.19  8.19  8.756e+37 0.000177  17788 
triHPacyl.mpmtpmmpmu 5.195e+43 7.93  7.93  8.737e+37 0.000176  17789 
triHPacyl.pptpptpmpu 4.261e+43 7.82  7.82  8.591e+37 0.000173  17790 
triHPacyl.tpmtmtppmu 7.731e+43 8.17  8.17  8.585e+37 0.000173  17791 
triHPacyl.tmpmmmpmmu 5.709e+43 8.00  8.00  8.491e+37 0.000171  17792 
triHPacyl.ttmtmtmmmu 1.080e+44 8.38  8.38  8.482e+37 0.000171  17793 
triHPacyl.ttptmpmmpu 6.221e+43 8.05  8.05  8.440e+37 0.00017   17794 
triHPacyl.mpppptppmu 7.548e+43 8.17  8.17  8.404e+37 0.00017   17795 
triHPacyl.ptptpttpmu 3.165e+44 9.03  9.03  8.394e+37 0.000169  17796 
triHPacyl.mttmmtmppu 1.094e+44 8.39  8.39  8.383e+37 0.000169  17797 
triHPacyl.mtpppptpmu 7.152e+43 8.14  8.14  8.362e+37 0.000169  17798 
triHPacyl.tpmpmmpmpu 4.383e+43 7.85  7.85  8.348e+37 0.000168  17799 
triHPacyl.ptptmmmmmu 2.864e+44 8.97  8.97  8.333e+37 0.000168  17800 
triHPacyl.pmptmmpmpu 5.565e+43 8.00  8.00  8.306e+37 0.000168  17801 
triHPacyl.mmtmmtmppu 3.689e+43 7.75  7.75  8.283e+37 0.000167  17802 
triHPacyl.tmtpptmmmu 2.691e+44 8.94  8.94  8.266e+37 0.000167  17803 
triHPacyl.pmmmptmpmu 4.017e+43 7.81  7.81  8.238e+37 0.000166  17804 
triHPacyl.ppptmtmmpu 9.203e+43 8.30  8.30  8.213e+37 0.000166  17805 
triHPacyl.mptmpttmpu 2.010e+43 7.40  7.40  8.200e+37 0.000165  17806 
triHPacyl.ppmmmtmmmu 1.564e+43 7.25  7.25  8.185e+37 0.000165  17807 
triHPacyl.tttmpttppu 1.363e+44 8.54  8.54  8.166e+37 0.000165  17808 
triHPacyl.tmptmmppmu 2.727e+44 8.96  8.96  8.083e+37 0.000163  17809 
triHPacyl.tmptmmpppu 8.060e+43 8.24  8.24  7.958e+37 0.000161  17810 
triHPacyl.ttmmmmppmu 5.462e+43 8.01  8.01  7.955e+37 0.000161  17811 
triHPacyl.ptptppmmmu 1.169e+44 8.47  8.47  7.930e+37 0.00016   17812 
triHPacyl.ttttmmtmmu 1.383e+44 8.57  8.57  7.924e+37 0.00016   17813 
triHPacyl.mtppmpmppu 2.748e+44 8.98  8.98  7.921e+37 0.00016   17814 
triHPacyl.ppppmmpppu 9.409e+43 8.34  8.34  7.873e+37 0.000159  17815 
triHPacyl.tptpmmtppu 1.601e+44 8.66  8.66  7.823e+37 0.000158  17816 
triHPacyl.tmmpmtmppu 1.530e+43 7.26  7.26  7.814e+37 0.000158  17817 
triHPacyl.mttpptmmmu 1.337e+44 8.56  8.56  7.771e+37 0.000157  17818 
triHPacyl.ppmmpmmpmu 1.428e+43 7.23  7.23  7.763e+37 0.000157  17819 
triHPacyl.pptmptmmmu 3.722e+44 9.17  9.17  7.729e+37 0.000156  17820 
triHPacyl.tpptmtmmpu 1.399e+44 8.59  8.59  7.692e+37 0.000155  17821 
triHPacyl.mmmmmppppu 2.276e+43 7.51  7.51  7.682e+37 0.000155  17822 
triHPacyl.pmtmmttpmu 9.407e+43 8.36  8.36  7.675e+37 0.000155  17823 
triHPacyl.mpmtpmmppu 4.128e+43 7.87  7.87  7.671e+37 0.000155  17824 
triHPacyl.ppmmpttmmu 5.355e+43 8.03  8.03  7.607e+37 0.000154  17825 
triHPacyl.mptmmmpmmu 4.788e+44 9.33  9.33  7.599e+37 0.000153  17826 
triHPacyl.ttttmtpmpu 1.183e+44 8.51  8.51  7.499e+37 0.000151  17827 
triHPacyl.pmmtptmppu 3.585e+43 7.80  7.80  7.498e+37 0.000151  17828 
triHPacyl.ttppmtmmpu 1.567e+44 8.68  8.68  7.488e+37 0.000151  17829 
triHPacyl.mmttptpmmu 1.325e+45 9.95  9.95  7.458e+37 0.000151  17830 
triHPacyl.tppppmmppu 8.427e+43 8.31  8.31  7.438e+37 0.00015   17831 
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triHPacyl.mpptmtpmmu 1.230e+44 8.54  8.54  7.381e+37 0.000149  17832 
triHPacyl.tmttpptmpu 3.882e+44 9.23  9.23  7.375e+37 0.000149  17833 
triHPacyl.mmmtmtpmpu 8.302e+43 8.31  8.31  7.374e+37 0.000149  17834 
triHPacyl.mptmmtmpmu 1.456e+44 8.64  8.64  7.345e+37 0.000148  17835 
triHPacyl.tmttptppmu 2.284e+44 8.92  8.92  7.316e+37 0.000148  17836 
triHPacyl.ttpppmppmu 1.257e+44 8.56  8.56  7.259e+37 0.000147  17837 
triHPacyl.ptmtptpppu 8.682e+43 8.34  8.34  7.241e+37 0.000146  17838 
triHPacyl.tpttmmmpmu 8.849e+43 8.36  8.36  7.192e+37 0.000145  17839 
triHPacyl.mptpptmmmu 2.485e+43 7.61  7.61  7.159e+37 0.000145  17840 
triHPacyl.tptmmtmmpu 6.124e+43 8.15  8.15  7.135e+37 0.000144  17841 
triHPacyl.mmmtmtpppu 8.525e+43 8.34  8.34  7.116e+37 0.000144  17842 
triHPacyl.ttptmmtmpu 2.374e+44 8.96  8.96  7.056e+37 0.000142  17843 
triHPacyl.mpptmtmpmu 8.798e+43 8.37  8.37  7.009e+37 0.000141  17844 
triHPacyl.tttpptpmmu 4.468e+43 7.98  7.98  6.906e+37 0.000139  17845 
triHPacyl.mpmmpmtmmu 4.098e+43 7.93  7.93  6.874e+37 0.000139  17846 
triHPacyl.tmmtpmtpmu 5.136e+43 8.06  8.06  6.856e+37 0.000138  17847 
triHPacyl.tpmmmtmpmu 4.010e+43 7.92  7.92  6.840e+37 0.000138  17848 
triHPacyl.tmttptmmmu 8.361e+44 9.73  9.73  6.804e+37 0.000137  17849 
triHPacyl.mpptptpmpu 8.393e+43 8.36  8.36  6.800e+37 0.000137  17850 
triHPacyl.tmppptpmpu 1.804e+44 8.82  8.82  6.796e+37 0.000137  17851 
triHPacyl.ptpmmmtppu 9.133e+43 8.41  8.41  6.791e+37 0.000137  17852 
triHPacyl.ttptmmtpmu 2.784e+44 9.08  9.08  6.790e+37 0.000137  17853 
triHPacyl.pptmptpppu 5.371e+43 8.10  8.10  6.761e+37 0.000136  17854 
triHPacyl.mmtmmmmmmu 7.014e+44 9.63  9.63  6.754e+37 0.000136  17855 
triHPacyl.ptmtpttmpu 2.256e+44 8.96  8.96  6.721e+37 0.000136  17856 
triHPacyl.mttmptpmpu 3.480e+43 7.85  7.85  6.705e+37 0.000135  17857 
triHPacyl.ttmmmtppmu 4.375e+43 7.99  7.99  6.615e+37 0.000134  17858 
triHPacyl.ptmpmptmpu 3.985e+44 9.31  9.31  6.584e+37 0.000133  17859 
triHPacyl.mptppppmpu 1.233e+44 8.61  8.61  6.581e+37 0.000133  17860 
triHPacyl.pmmppptpmu 4.070e+43 7.95  7.95  6.557e+37 0.000132  17861 
triHPacyl.tttppttpmu 2.369e+44 9.00  9.00  6.531e+37 0.000132  17862 
triHPacyl.ttptmttmpu 1.304e+44 8.65  8.65  6.525e+37 0.000132  17863 
triHPacyl.mpppmmmppu 8.552e+43 8.40  8.40  6.511e+37 0.000131  17864 
triHPacyl.ppmmmtppmu 3.263e+43 7.82  7.82  6.508e+37 0.000131  17865 
triHPacyl.pmptmtmmmu 1.560e+44 8.76  8.76  6.497e+37 0.000131  17866 
triHPacyl.tpttmtmpmu 1.191e+44 8.60  8.60  6.494e+37 0.000131  17867 
triHPacyl.mtpmmpmppu 4.170e+43 7.97  7.97  6.477e+37 0.000131  17868 
triHPacyl.mmpmmttppu 7.667e+43 8.34  8.34  6.451e+37 0.00013   17869 
triHPacyl.mtmmmmpmpu 2.200e+43 7.60  7.60  6.439e+37 0.00013   17870 
triHPacyl.mmttmmtmmu 4.189e+44 9.35  9.35  6.427e+37 0.00013   17871 
triHPacyl.pttpmttpmu 1.183e+44 8.60  8.60  6.401e+37 0.000129  17872 
triHPacyl.mptmpmppmu 3.437e+43 7.87  7.87  6.396e+37 0.000129  17873 
triHPacyl.ttptmtpppu 3.825e+43 7.93  7.93  6.356e+37 0.000128  17874 
triHPacyl.mptpmppmmu 5.566e+43 8.16  8.16  6.327e+37 0.000128  17875 
triHPacyl.tmmmpmtppu 8.669e+43 8.43  8.43  6.263e+37 0.000126  17876 
triHPacyl.mttmmmtppu 1.632e+44 8.81  8.81  6.262e+37 0.000126  17877 
triHPacyl.ptmmmtpmmu 3.914e+43 7.96  7.96  6.236e+37 0.000126  17878 
triHPacyl.tpmtmmppmu 4.906e+43 8.09  8.09  6.225e+37 0.000126  17879 
triHPacyl.ptptmtppmu 1.783e+44 8.86  8.86  6.219e+37 0.000126  17880 
triHPacyl.ttmpmttmmu 1.065e+44 8.56  8.56  6.217e+37 0.000125  17881 
triHPacyl.tmppmmmmpu 1.270e+44 8.66  8.66  6.205e+37 0.000125  17882 
triHPacyl.ptmppptmpu 2.483e+43 7.69  7.69  6.191e+37 0.000125  17883 
triHPacyl.ppmmpptmmu 3.151e+43 7.84  7.84  6.141e+37 0.000124  17884 
triHPacyl.mmppmmtpmu 3.383e+44 9.26  9.26  6.119e+37 0.000124  17885 
triHPacyl.ptttppmmmu 2.855e+44 9.16  9.16  6.103e+37 0.000123  17886 
triHPacyl.ttmmptmpmu 9.844e+43 8.52  8.52  6.092e+37 0.000123  17887 
triHPacyl.pmttptmpmu 7.498e+43 8.37  8.37  5.995e+37 0.000121  17888 
triHPacyl.tmttptpmpu 6.072e+44 9.62  9.62  5.987e+37 0.000121  17889 
triHPacyl.mpmtpttppu 2.749e+44 9.15  9.15  5.961e+37 0.00012   17890 
triHPacyl.mtmtptppmu 5.808e+43 8.22  8.22  5.948e+37 0.00012   17891 
triHPacyl.tmpmmttmmu 6.402e+43 8.28  8.28  5.933e+37 0.00012   17892 
triHPacyl.mpttpppmmu 1.621e+44 8.84  8.84  5.908e+37 0.000119  17893 
triHPacyl.pmpppmpmpu 4.529e+43 8.08  8.08  5.881e+37 0.000119  17894 
triHPacyl.mptpmtppmu 4.687e+43 8.10  8.10  5.859e+37 0.000118  17895 
triHPacyl.ppppmmmmpu 7.737e+43 8.40  8.40  5.858e+37 0.000118  17896 
triHPacyl.ptttppmmpu 3.466e+44 9.30  9.30  5.823e+37 0.000118  17897 
triHPacyl.tmtmptmpmu 1.400e+44 8.76  8.76  5.806e+37 0.000117  17898 
triHPacyl.ttmpmmtppu 1.021e+44 8.57  8.57  5.794e+37 0.000117  17899 
triHPacyl.ppmtmmtpmu 1.675e+44 8.87  8.87  5.780e+37 0.000117  17900 
triHPacyl.tppppmtppu 6.381e+44 9.67  9.67  5.768e+37 0.000116  17901 
triHPacyl.mmtmmmmmpu 2.004e+45 10.36 10.36 5.692e+37 0.000115  17902 
triHPacyl.tpmmmmmpmu 3.045e+43 7.86  7.86  5.679e+37 0.000115  17903 
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triHPacyl.tpppppmppu 1.952e+44 8.97  8.97  5.659e+37 0.000114  17904 
triHPacyl.ttmtmmmmmu 6.704e+43 8.34  8.34  5.634e+37 0.000114  17905 
triHPacyl.ttptmmpppu 5.775e+43 8.25  8.25  5.613e+37 0.000113  17906 
triHPacyl.pmptmtppmu 1.745e+44 8.91  8.91  5.598e+37 0.000113  17907 
triHPacyl.mmttmppppu 1.423e+44 8.79  8.79  5.580e+37 0.000113  17908 
triHPacyl.pmppmmmpmu 1.316e+43 7.38  7.38  5.572e+37 0.000112  17909 
triHPacyl.tppppmtmpu 1.334e+45 10.13 10.13 5.571e+37 0.000112  17910 
triHPacyl.tmmtptpmpu 1.026e+44 8.60  8.60  5.540e+37 0.000112  17911 
triHPacyl.mpptpmmpmu 4.807e+43 8.15  8.15  5.530e+37 0.000112  17912 
triHPacyl.ppttmptpmu 2.793e+44 9.20  9.20  5.512e+37 0.000111  17913 
triHPacyl.mptmpppmpu 3.118e+43 7.90  7.90  5.472e+37 0.00011   17914 
triHPacyl.tmpmmmppmu 6.485e+43 8.34  8.34  5.437e+37 0.00011   17915 
triHPacyl.pmtmmtpmpu 1.034e+44 8.62  8.62  5.420e+37 0.000109  17916 
triHPacyl.ppptmtpmmu 2.150e+44 9.06  9.06  5.413e+37 0.000109  17917 
triHPacyl.tmttmmtppu 9.533e+44 9.95  9.95  5.404e+37 0.000109  17918 
triHPacyl.ttpppmmmmu 1.680e+44 8.91  8.91  5.403e+37 0.000109  17919 
triHPacyl.pmmtmtmppu 7.608e+43 8.44  8.44  5.392e+37 0.000109  17920 
triHPacyl.ttpppptpmu 1.107e+44 8.67  8.67  5.343e+37 0.000108  17921 
triHPacyl.tttmmtmmmu 2.717e+44 9.21  9.21  5.326e+37 0.000108  17922 
triHPacyl.ttppmtpppu 2.142e+44 9.07  9.07  5.325e+37 0.000107  17923 
triHPacyl.pmptmttmpu 1.372e+44 8.80  8.80  5.316e+37 0.000107  17924 
triHPacyl.pmmpmttmmu 7.485e+43 8.44  8.44  5.295e+37 0.000107  17925 
triHPacyl.ppmmmmpmmu 3.167e+43 7.93  7.93  5.289e+37 0.000107  17926 
triHPacyl.tpptpppmpu 1.336e+44 8.79  8.79  5.261e+37 0.000106  17927 
triHPacyl.ppttpppppu 1.018e+44 8.63  8.63  5.252e+37 0.000106  17928 
triHPacyl.mttmpmmmpu 3.193e+44 9.31  9.31  5.245e+37 0.000106  17929 
triHPacyl.tttpmtmmmu 7.722e+43 8.47  8.47  5.241e+37 0.000106  17930 
triHPacyl.mptmmtmppu 3.100e+43 7.93  7.93  5.174e+37 0.000104  17931 
triHPacyl.pptmmtmmpu 3.236e+43 7.96  7.96  5.165e+37 0.000104  17932 
triHPacyl.pmmppttmpu 1.608e+43 7.54  7.54  5.149e+37 0.000104  17933 
triHPacyl.ttmmmttpmu 2.772e+44 9.24  9.24  5.124e+37 0.000103  17934 
triHPacyl.tpmmmmppmu 2.726e+43 7.86  7.86  5.086e+37 0.000103  17935 
triHPacyl.pttpmmpmpu 6.962e+43 8.42  8.42  5.085e+37 0.000103  17936 
triHPacyl.tmttmmmpmu 1.490e+44 8.88  8.88  5.040e+37 0.000102  17937 
triHPacyl.tmpmmttpmu 5.504e+43 8.29  8.29  5.018e+37 0.000101  17938 
triHPacyl.mpmtptpmmu 6.348e+43 8.38  8.38  5.012e+37 0.000101  17939 
triHPacyl.tmmtpptmmu 2.887e+43 7.91  7.91  4.997e+37 0.000101  17940 
triHPacyl.mmptppmpmu 7.095e+43 8.45  8.45  4.936e+37 9.96e-05  17941 
triHPacyl.mtttpttmmu 1.282e+44 8.81  8.81  4.919e+37 9.93e-05  17942 
triHPacyl.ppttptpppu 1.233e+44 8.79  8.79  4.906e+37 9.9e-05   17943 
triHPacyl.ptmpmttmmu 8.515e+43 8.57  8.57  4.881e+37 9.85e-05  17944 
triHPacyl.ttttmmpmmu 6.936e+43 8.45  8.45  4.858e+37 9.81e-05  17945 
triHPacyl.tmppmmmppu 1.087e+44 8.72  8.72  4.845e+37 9.78e-05  17946 
triHPacyl.tpmtmmtmmu 9.733e+43 8.65  8.65  4.828e+37 9.75e-05  17947 
triHPacyl.pptpmtmppu 4.464e+43 8.19  8.19  4.808e+37 9.7e-05   17948 
triHPacyl.pppmptpmmu 2.565e+43 7.86  7.86  4.805e+37 9.7e-05   17949 
triHPacyl.mtmtpttmmu 8.084e+43 8.55  8.55  4.790e+37 9.67e-05  17950 
triHPacyl.tmpmpmtmpu 1.105e+44 8.74  8.74  4.778e+37 9.64e-05  17951 
triHPacyl.ttmmptmmpu 1.075e+44 8.73  8.73  4.728e+37 9.54e-05  17952 
triHPacyl.tpmmpmtppu 7.386e+43 8.50  8.50  4.728e+37 9.54e-05  17953 
triHPacyl.ptptmmppmu 5.125e+44 9.66  9.66  4.710e+37 9.51e-05  17954 
triHPacyl.ppmtmmtmpu 7.409e+43 8.51  8.51  4.677e+37 9.44e-05  17955 
triHPacyl.tmppmpmppu 7.813e+44 9.92  9.92  4.652e+37 9.39e-05  17956 
triHPacyl.mmttmtpmmu 1.099e+45 10.12 10.12 4.635e+37 9.35e-05  17957 
triHPacyl.mppppttppu 1.186e+44 8.80  8.80  4.633e+37 9.35e-05  17958 
triHPacyl.tmpppppmpu 2.296e+44 9.19  9.19  4.629e+37 9.34e-05  17959 
triHPacyl.mtmmptmmpu 6.823e+43 8.47  8.47  4.587e+37 9.26e-05  17960 
triHPacyl.ttpppmpmmu 3.465e+43 8.07  8.07  4.564e+37 9.21e-05  17961 
triHPacyl.ttmpmmtpmu 1.201e+44 8.81  8.81  4.559e+37 9.2e-05   17962 
triHPacyl.ppptmtpmpu 1.531e+44 8.96  8.96  4.553e+37 9.19e-05  17963 
triHPacyl.mtmmpmppmu 4.340e+43 8.21  8.21  4.540e+37 9.16e-05  17964 
triHPacyl.ttppmtmmmu 1.266e+44 8.85  8.85  4.524e+37 9.13e-05  17965 
triHPacyl.ttmtmttmmu 1.619e+44 9.00  9.00  4.520e+37 9.12e-05  17966 
triHPacyl.tmptmmtmpu 5.876e+44 9.77  9.77  4.503e+37 9.09e-05  17967 
triHPacyl.tpmmpttmmu 1.266e+45 10.23 10.23 4.500e+37 9.08e-05  17968 
triHPacyl.mmtpmmtpmu 2.560e+44 9.28  9.28  4.455e+37 8.99e-05  17969 
triHPacyl.tpmtptpmpu 9.884e+43 8.71  8.71  4.442e+37 8.97e-05  17970 
triHPacyl.ttttmttmmu 3.319e+44 9.44  9.44  4.438e+37 8.96e-05  17971 
triHPacyl.pmptptmppu 1.701e+43 7.67  7.67  4.428e+37 8.94e-05  17972 
triHPacyl.ptmtmmtpmu 1.005e+45 10.10 10.10 4.415e+37 8.91e-05  17973 
triHPacyl.mptpptmmpu 1.067e+44 8.77  8.77  4.374e+37 8.83e-05  17974 
triHPacyl.pmttptpmmu 1.704e+44 9.05  9.05  4.338e+37 8.76e-05  17975 
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triHPacyl.ttmtmmmmpu 1.675e+44 9.04  9.04  4.337e+37 8.75e-05  17976 
triHPacyl.mmpmmmtmpu 8.150e+43 8.61  8.61  4.332e+37 8.74e-05  17977 
triHPacyl.ttmpmmtmmu 1.150e+44 8.83  8.83  4.272e+37 8.62e-05  17978 
triHPacyl.ptmtpmpmpu 4.892e+43 8.32  8.32  4.271e+37 8.62e-05  17979 
triHPacyl.pptppmmmmu 5.218e+43 8.36  8.36  4.266e+37 8.61e-05  17980 
triHPacyl.ptmpmmmmpu 1.573e+44 9.02  9.02  4.247e+37 8.57e-05  17981 
triHPacyl.tpmmpmmmpu 2.602e+43 7.95  7.95  4.229e+37 8.54e-05  17982 
triHPacyl.pptpptmmmu 4.413e+43 8.26  8.26  4.227e+37 8.53e-05  17983 
triHPacyl.tttmmmmmpu 7.034e+43 8.54  8.54  4.224e+37 8.53e-05  17984 
triHPacyl.tptppmppmu 7.500e+43 8.58  8.58  4.195e+37 8.47e-05  17985 
triHPacyl.ttmmpmtppu 2.599e+44 9.33  9.33  4.176e+37 8.43e-05  17986 
triHPacyl.mpttptpmpu 1.010e+44 8.76  8.76  4.173e+37 8.42e-05  17987 
triHPacyl.ttppptmmmu 1.046e+44 8.78  8.78  4.170e+37 8.42e-05  17988 
triHPacyl.tmttptmmpu 6.370e+44 9.86  9.86  4.158e+37 8.39e-05  17989 
triHPacyl.ppptptppmu 6.076e+44 9.84  9.84  4.145e+37 8.37e-05  17990 
triHPacyl.mpmmpppppu 1.814e+43 7.74  7.74  4.144e+37 8.36e-05  17991 
triHPacyl.mtmmmtmpmu 8.608e+43 8.67  8.67  4.142e+37 8.36e-05  17992 
triHPacyl.mptpmmmpmu 3.693e+43 8.17  8.17  4.127e+37 8.33e-05  17993 
triHPacyl.mmmtmmpmpu 1.510e+44 9.01  9.01  4.106e+37 8.29e-05  17994 
triHPacyl.mttppmpmmu 3.278e+43 8.10  8.10  4.098e+37 8.27e-05  17995 
triHPacyl.tmttmttpmu 6.641e+44 9.90  9.90  4.081e+37 8.24e-05  17996 
triHPacyl.mtpmpppmpu 2.494e+43 7.94  7.94  4.081e+37 8.24e-05  17997 
triHPacyl.mptppttpmu 1.151e+44 8.86  8.86  4.073e+37 8.22e-05  17998 
triHPacyl.tmtmppmmmu 3.221e+44 9.47  9.47  4.067e+37 8.21e-05  17999 
triHPacyl.pmmtmtpmpu 3.502e+43 8.15  8.15  4.053e+37 8.18e-05  18000 
triHPacyl.ppmmptpmmu 1.451e+43 7.62  7.62  4.049e+37 8.17e-05  18001 
triHPacyl.mmmtmptmmu 3.574e+43 8.16  8.16  4.048e+37 8.17e-05  18002 
triHPacyl.ppttmtpmmu 2.660e+44 9.36  9.36  4.048e+37 8.17e-05  18003 
triHPacyl.ppttmtmmmu 1.069e+44 8.82  8.82  4.032e+37 8.14e-05  18004 
triHPacyl.tpptpttmmu 2.050e+45 10.58 10.58 4.029e+37 8.13e-05  18005 
triHPacyl.mptmmmtmpu 6.694e+43 8.54  8.54  4.027e+37 8.13e-05  18006 
triHPacyl.tmppmtmmpu 1.213e+44 8.89  8.89  4.024e+37 8.12e-05  18007 
triHPacyl.tptpmttppu 1.259e+44 8.92  8.92  3.992e+37 8.06e-05  18008 
triHPacyl.ptmmptmmmu 1.455e+44 9.01  9.01  3.982e+37 8.04e-05  18009 
triHPacyl.tpttpppmmu 1.514e+44 9.03  9.03  3.967e+37 8.01e-05  18010 
triHPacyl.pttmmttpmu 1.165e+44 8.88  8.88  3.945e+37 7.96e-05  18011 
triHPacyl.pmptpppppu 3.077e+43 8.09  8.09  3.905e+37 7.88e-05  18012 
triHPacyl.mpptpmmppu 5.976e+43 8.49  8.49  3.894e+37 7.86e-05  18013 
triHPacyl.mtppptmmmu 2.472e+43 7.97  7.97  3.877e+37 7.83e-05  18014 
triHPacyl.pttppppmpu 6.934e+43 8.58  8.58  3.874e+37 7.82e-05  18015 
triHPacyl.mtttpmtmpu 1.417e+44 9.01  9.01  3.870e+37 7.81e-05  18016 
triHPacyl.ppptmmtpmu 2.988e+44 9.46  9.46  3.846e+37 7.76e-05  18017 
triHPacyl.pppmmtpmmu 2.611e+44 9.38  9.38  3.846e+37 7.76e-05  18018 
triHPacyl.ttttmmppmu 6.946e+43 8.59  8.59  3.839e+37 7.75e-05  18019 
triHPacyl.tmmpptpppu 4.205e+43 8.29  8.29  3.830e+37 7.73e-05  18020 
triHPacyl.mpmmmtpmpu 1.482e+43 7.67  7.67  3.830e+37 7.73e-05  18021 
triHPacyl.mmptppmmpu 4.248e+44 9.67  9.67  3.829e+37 7.73e-05  18022 
triHPacyl.ttmtmtpmpu 1.020e+44 8.83  8.83  3.790e+37 7.65e-05  18023 
triHPacyl.ttpmmmmmpu 5.433e+43 8.45  8.45  3.783e+37 7.63e-05  18024 
triHPacyl.ptmtpmpppu 9.358e+43 8.78  8.78  3.782e+37 7.63e-05  18025 
triHPacyl.mmtmpmtppu 2.194e+44 9.29  9.29  3.758e+37 7.58e-05  18026 
triHPacyl.tttpmtpmpu 8.030e+43 8.69  8.69  3.753e+37 7.57e-05  18027 
triHPacyl.tmtpmtmppu 9.483e+43 8.79  8.79  3.741e+37 7.55e-05  18028 
triHPacyl.ppptmttmpu 3.339e+44 9.54  9.54  3.730e+37 7.53e-05  18029 
triHPacyl.tpmmptmpmu 4.236e+43 8.31  8.31  3.714e+37 7.5e-05   18030 
triHPacyl.tmtpmmtppu 1.101e+44 8.89  8.89  3.695e+37 7.46e-05  18031 
triHPacyl.ppmmpppmmu 9.769e+42 7.44  7.44  3.693e+37 7.45e-05  18032 
triHPacyl.tptmmmmmpu 4.729e+43 8.39  8.39  3.627e+37 7.32e-05  18033 
triHPacyl.mmmmmtmpmu 4.868e+43 8.41  8.41  3.615e+37 7.3e-05   18034 
triHPacyl.ppttmmmpmu 8.468e+43 8.74  8.74  3.611e+37 7.29e-05  18035 
triHPacyl.ptmtptmmpu 2.633e+44 9.42  9.42  3.602e+37 7.27e-05  18036 
triHPacyl.ppttptppmu 2.199e+44 9.32  9.32  3.597e+37 7.26e-05  18037 
triHPacyl.tpttmmtpmu 2.752e+44 9.45  9.45  3.589e+37 7.24e-05  18038 
triHPacyl.tpttmtmmmu 2.161e+44 9.31  9.31  3.585e+37 7.23e-05  18039 
triHPacyl.ttpppmtmmu 2.025e+44 9.27  9.27  3.583e+37 7.23e-05  18040 
triHPacyl.ptptptmmmu 2.089e+44 9.29  9.29  3.578e+37 7.22e-05  18041 
triHPacyl.tmttmmtpmu 3.067e+44 9.52  9.52  3.556e+37 7.18e-05  18042 
triHPacyl.mmmpmttmpu 1.224e+44 8.98  8.98  3.534e+37 7.13e-05  18043 
triHPacyl.mmtmmmtppu 2.090e+44 9.30  9.30  3.526e+37 7.12e-05  18044 
triHPacyl.pmptmttppu 1.701e+44 9.17  9.17  3.526e+37 7.12e-05  18045 
triHPacyl.mmppmtmpmu 2.781e+43 8.10  8.10  3.518e+37 7.1e-05   18046 
triHPacyl.mpptmtpmpu 2.070e+44 9.30  9.30  3.499e+37 7.06e-05  18047 
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triHPacyl.mtpppppmpu 4.844e+43 8.43  8.43  3.495e+37 7.05e-05  18048 
triHPacyl.mmmpmmmmmu 8.434e+43 8.76  8.76  3.492e+37 7.05e-05  18049 
triHPacyl.tmtpmttmmu 2.656e+44 9.45  9.45  3.481e+37 7.03e-05  18050 
triHPacyl.tttppmpppu 1.277e+44 9.02  9.02  3.404e+37 6.87e-05  18051 
triHPacyl.pptpptmppu 8.356e+43 8.77  8.77  3.386e+37 6.83e-05  18052 
triHPacyl.mmmtmppppu 1.117e+44 8.95  8.95  3.373e+37 6.81e-05  18053 
triHPacyl.ppttmmtmpu 1.513e+44 9.13  9.13  3.366e+37 6.79e-05  18054 
triHPacyl.ppmpptmppu 3.944e+43 8.33  8.33  3.358e+37 6.78e-05  18055 
triHPacyl.ttmtmttppu 4.935e+44 9.84  9.84  3.332e+37 6.73e-05  18056 
triHPacyl.mptmmttppu 7.634e+43 8.73  8.73  3.326e+37 6.71e-05  18057 
triHPacyl.pptppmmppu 8.844e+43 8.83  8.83  3.293e+37 6.65e-05  18058 
triHPacyl.ptmmptpmmu 7.014e+43 8.69  8.69  3.286e+37 6.63e-05  18059 
triHPacyl.mptmpttmmu 5.042e+43 8.49  8.49  3.268e+37 6.6e-05   18060 
triHPacyl.mptppttmpu 4.508e+43 8.43  8.43  3.267e+37 6.59e-05  18061 
triHPacyl.tmpmmtmpmu 5.947e+43 8.59  8.59  3.264e+37 6.59e-05  18062 
triHPacyl.tttmpmtmmu 1.836e+44 9.27  9.27  3.259e+37 6.58e-05  18063 
triHPacyl.pmttptmppu 9.394e+43 8.87  8.87  3.252e+37 6.56e-05  18064 
triHPacyl.mptmmttmmu 1.662e+44 9.21  9.21  3.237e+37 6.53e-05  18065 
triHPacyl.ttttptpppu 1.863e+44 9.28  9.28  3.212e+37 6.48e-05  18066 
triHPacyl.tptppmmpmu 4.373e+43 8.42  8.42  3.210e+37 6.48e-05  18067 
triHPacyl.pptmmppmpu 2.677e+43 8.13  8.13  3.208e+37 6.48e-05  18068 
triHPacyl.tpptpttpmu 8.808e+44 10.21 10.21 3.207e+37 6.47e-05  18069 
triHPacyl.tpmtmttmmu 1.307e+44 9.07  9.07  3.205e+37 6.47e-05  18070 
triHPacyl.pmmppmtpmu 8.185e+43 8.80  8.80  3.202e+37 6.46e-05  18071 
triHPacyl.mtttptmmpu 1.709e+44 9.24  9.24  3.200e+37 6.46e-05  18072 
triHPacyl.pmptmmmpmu 4.594e+44 9.83  9.83  3.196e+37 6.45e-05  18073 
triHPacyl.mmptppmppu 8.419e+43 8.82  8.82  3.188e+37 6.44e-05  18074 
triHPacyl.ptpmmptppu 1.182e+44 9.02  9.02  3.172e+37 6.4e-05   18075 
triHPacyl.ptptmptmmu 4.254e+44 9.78  9.78  3.170e+37 6.4e-05   18076 
triHPacyl.tttmpmppmu 9.648e+43 8.90  8.90  3.155e+37 6.37e-05  18077 
triHPacyl.tmtpptpmpu 2.865e+44 9.55  9.55  3.154e+37 6.37e-05  18078 
triHPacyl.tmmppttmpu 5.279e+43 8.54  8.54  3.149e+37 6.35e-05  18079 
triHPacyl.ttmtmttpmu 9.092e+43 8.87  8.87  3.142e+37 6.34e-05  18080 
triHPacyl.tmmmpppppu 2.476e+43 8.10  8.10  3.124e+37 6.3e-05   18081 
triHPacyl.pmppptmpmu 1.512e+43 7.81  7.81  3.114e+37 6.29e-05  18082 
triHPacyl.ttppppppmu 8.977e+43 8.87  8.87  3.103e+37 6.26e-05  18083 
triHPacyl.tmptmtpppu 5.477e+43 8.58  8.58  3.097e+37 6.25e-05  18084 
triHPacyl.pmpppmpmmu 4.146e+43 8.41  8.41  3.088e+37 6.23e-05  18085 
triHPacyl.ptttptmmpu 3.352e+44 9.66  9.66  3.071e+37 6.2e-05   18086 
triHPacyl.mtmmpttppu 6.470e+43 8.68  8.68  3.063e+37 6.18e-05  18087 
triHPacyl.ppttmtmmpu 1.831e+44 9.31  9.31  3.033e+37 6.12e-05  18088 
triHPacyl.tpmppttpmu 1.182e+44 9.05  9.05  3.029e+37 6.11e-05  18089 
triHPacyl.mpmmmtmmpu 1.482e+43 7.81  7.81  3.012e+37 6.08e-05  18090 
triHPacyl.mptmpttppu 4.175e+43 8.43  8.43  3.008e+37 6.07e-05  18091 
triHPacyl.tmpppmtmmu 1.051e+44 8.98  8.98  3.007e+37 6.07e-05  18092 
triHPacyl.pmtmmmpmpu 9.454e+43 8.92  8.92  2.994e+37 6.04e-05  18093 
triHPacyl.tmptmmtmmu 9.541e+44 10.30 10.30 2.976e+37 6.01e-05  18094 
triHPacyl.ttppptppmu 9.807e+43 8.95  8.95  2.966e+37 5.99e-05  18095 
triHPacyl.ptptpttmmu 6.386e+44 10.07 10.07 2.965e+37 5.99e-05  18096 
triHPacyl.ptptptppmu 1.807e+44 9.31  9.31  2.964e+37 5.98e-05  18097 
triHPacyl.mptmmtpppu 1.067e+44 9.00  9.00  2.956e+37 5.97e-05  18098 
triHPacyl.pmtmmmmmpu 1.453e+44 9.19  9.19  2.950e+37 5.95e-05  18099 
triHPacyl.tmttpptmmu 3.683e+44 9.74  9.74  2.940e+37 5.93e-05  18100 
triHPacyl.tptmppmppu 4.071e+44 9.81  9.81  2.916e+37 5.89e-05  18101 
triHPacyl.mptpmttmpu 1.867e+44 9.34  9.34  2.915e+37 5.88e-05  18102 
triHPacyl.ptmpmtppmu 3.345e+43 8.33  8.33  2.868e+37 5.79e-05  18103 
triHPacyl.mpptmmpmmu 2.256e+44 9.47  9.47  2.852e+37 5.76e-05  18104 
triHPacyl.ppptmmtppu 3.502e+44 9.73  9.73  2.842e+37 5.74e-05  18105 
triHPacyl.tmtppptpmu 3.119e+44 9.67  9.67  2.833e+37 5.72e-05  18106 
triHPacyl.ttmmpttpmu 1.190e+45 10.47 10.47 2.819e+37 5.69e-05  18107 
triHPacyl.tpmmmtppmu 5.877e+43 8.68  8.68  2.782e+37 5.62e-05  18108 
triHPacyl.ptmpppmmpu 2.038e+44 9.43  9.43  2.773e+37 5.6e-05   18109 
triHPacyl.mmptppmmmu 3.898e+44 9.81  9.81  2.765e+37 5.58e-05  18110 
triHPacyl.mtpmmtmppu 2.840e+43 8.26  8.26  2.741e+37 5.53e-05  18111 
triHPacyl.ppmpmmtppu 7.962e+43 8.87  8.87  2.740e+37 5.53e-05  18112 
triHPacyl.pmmpptmmmu 5.637e+43 8.67  8.67  2.731e+37 5.51e-05  18113 
triHPacyl.tptmpmtppu 1.592e+44 9.29  9.29  2.730e+37 5.51e-05  18114 
triHPacyl.mtpppmtpmu 8.797e+43 8.94  8.94  2.697e+37 5.44e-05  18115 
triHPacyl.pmptpttmpu 1.011e+44 9.03  9.03  2.692e+37 5.43e-05  18116 
triHPacyl.pmptpmtmpu 5.629e+43 8.68  8.68  2.688e+37 5.42e-05  18117 
triHPacyl.tmtpppmpmu 6.217e+43 8.74  8.74  2.679e+37 5.41e-05  18118 
triHPacyl.mmpmmmmmpu 6.078e+43 8.73  8.73  2.673e+37 5.39e-05  18119 
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triHPacyl.mptmmmpmpu 7.328e+43 8.84  8.84  2.657e+37 5.36e-05  18120 
triHPacyl.tptpmmmppu 1.232e+44 9.15  9.15  2.651e+37 5.35e-05  18121 
triHPacyl.ttptpmmpmu 2.442e+44 9.57  9.57  2.625e+37 5.3e-05   18122 
triHPacyl.tmppmttmpu 2.297e+44 9.53  9.53  2.611e+37 5.27e-05  18123 
triHPacyl.ppttppppmu 1.182e+44 9.14  9.14  2.610e+37 5.27e-05  18124 
triHPacyl.mmtpmmmmmu 3.612e+44 9.80  9.80  2.605e+37 5.26e-05  18125 
triHPacyl.pmmtpmmpmu 1.494e+43 7.91  7.91  2.599e+37 5.25e-05  18126 
triHPacyl.mmttmtmmmu 6.594e+44 10.17 10.17 2.593e+37 5.23e-05  18127 
triHPacyl.tttppptpmu 4.663e+44 9.96  9.96  2.590e+37 5.23e-05  18128 
triHPacyl.pmtpppmppu 1.406e+44 9.25  9.25  2.589e+37 5.22e-05  18129 
triHPacyl.tmptmttmpu 1.090e+45 10.47 10.47 2.583e+37 5.21e-05  18130 
triHPacyl.pmptmmmmmu 3.113e+44 9.72  9.72  2.579e+37 5.21e-05  18131 
triHPacyl.ttmpmtppmu 3.859e+43 8.48  8.48  2.577e+37 5.2e-05   18132 
triHPacyl.pmttpmpmpu 1.339e+44 9.22  9.22  2.563e+37 5.17e-05  18133 
triHPacyl.ttptmpmmmu 1.600e+44 9.33  9.33  2.562e+37 5.17e-05  18134 
triHPacyl.mmmtmmmmpu 6.807e+45 11.57 11.57 2.552e+37 5.15e-05  18135 
triHPacyl.tmmpmmmppu 1.172e+43 7.77  7.77  2.542e+37 5.13e-05  18136 
triHPacyl.ttpmmmpmmu 4.174e+43 8.54  8.54  2.524e+37 5.09e-05  18137 
triHPacyl.ptmpmpmmmu 1.034e+44 9.08  9.08  2.515e+37 5.08e-05  18138 
triHPacyl.tmttpppppu 1.432e+44 9.27  9.27  2.513e+37 5.07e-05  18139 
triHPacyl.tmppptmppu 1.013e+44 9.07  9.07  2.512e+37 5.07e-05  18140 
triHPacyl.mpmmptppmu 1.540e+43 7.95  7.95  2.501e+37 5.05e-05  18141 
triHPacyl.tptpmtmppu 1.606e+44 9.35  9.35  2.498e+37 5.04e-05  18142 
triHPacyl.ptttptmmmu 2.865e+44 9.69  9.69  2.494e+37 5.03e-05  18143 
triHPacyl.pmppmpmppu 5.374e+43 8.69  8.69  2.491e+37 5.03e-05  18144 
triHPacyl.tpmpmtmppu 7.220e+43 8.87  8.87  2.488e+37 5.02e-05  18145 
triHPacyl.tptpptpppu 9.057e+43 9.01  9.01  2.488e+37 5.02e-05  18146 
triHPacyl.pmmpmttpmu 1.430e+44 9.28  9.28  2.480e+37 5.01e-05  18147 
triHPacyl.tpmpptpmmu 2.782e+43 8.31  8.31  2.471e+37 4.99e-05  18148 
triHPacyl.tmpmpmmmpu 7.165e+43 8.87  8.87  2.463e+37 4.97e-05  18149 
triHPacyl.ptmtmmpmpu 5.433e+43 8.71  8.71  2.462e+37 4.97e-05  18150 
triHPacyl.tmpmpmtppu 1.238e+44 9.21  9.21  2.410e+37 4.86e-05  18151 
triHPacyl.mppppmmmmu 2.141e+44 9.54  9.54  2.402e+37 4.85e-05  18152 
triHPacyl.mmpmmmtppu 8.242e+43 8.97  8.97  2.401e+37 4.85e-05  18153 
triHPacyl.mmttmtppmu 1.736e+44 9.42  9.42  2.401e+37 4.85e-05  18154 
triHPacyl.mttpmmtmmu 5.323e+44 10.09 10.09 2.384e+37 4.81e-05  18155 
triHPacyl.tmtppmtppu 1.437e+45 10.68 10.68 2.371e+37 4.79e-05  18156 
triHPacyl.ttttmmpmpu 9.054e+43 9.04  9.04  2.354e+37 4.75e-05  18157 
triHPacyl.mpttpmmpmu 9.633e+43 9.08  9.08  2.352e+37 4.75e-05  18158 
triHPacyl.ppmtmtmmmu 3.070e+44 9.77  9.77  2.342e+37 4.73e-05  18159 
triHPacyl.tmptmtppmu 1.216e+44 9.22  9.22  2.320e+37 4.68e-05  18160 
triHPacyl.pmtmmmtpmu 1.669e+44 9.41  9.41  2.317e+37 4.68e-05  18161 
triHPacyl.tmppmttppu 1.766e+44 9.45  9.45  2.317e+37 4.68e-05  18162 
triHPacyl.tmttppppmu 5.659e+44 10.14 10.14 2.316e+37 4.67e-05  18163 
triHPacyl.ttmtptmppu 2.202e+44 9.58  9.58  2.298e+37 4.64e-05  18164 
triHPacyl.ppmtpptmmu 9.040e+43 9.06  9.06  2.288e+37 4.62e-05  18165 
triHPacyl.tpmppmmpmu 2.225e+43 8.22  8.22  2.275e+37 4.59e-05  18166 
triHPacyl.tmpmmtmmmu 6.583e+43 8.87  8.87  2.266e+37 4.57e-05  18167 
triHPacyl.mtpmppmmpu 3.842e+43 8.55  8.55  2.257e+37 4.56e-05  18168 
triHPacyl.pmtmmmmmmu 8.552e+43 9.03  9.03  2.244e+37 4.53e-05  18169 
triHPacyl.mpmtpppmpu 5.413e+43 8.77  8.77  2.215e+37 4.47e-05  18170 
triHPacyl.mppppmpppu 1.198e+44 9.24  9.24  2.207e+37 4.45e-05  18171 
triHPacyl.mpptmmpmpu 5.708e+44 10.18 10.18 2.204e+37 4.45e-05  18172 
triHPacyl.ttmtmmtmpu 1.529e+44 9.39  9.39  2.191e+37 4.42e-05  18173 
triHPacyl.ttttpttmpu 3.457e+44 9.88  9.88  2.188e+37 4.42e-05  18174 
triHPacyl.tmpmmmtpmu 6.734e+43 8.91  8.91  2.187e+37 4.41e-05  18175 
triHPacyl.mtttptmmmu 1.620e+44 9.44  9.44  2.162e+37 4.36e-05  18176 
triHPacyl.tttmpmmppu 1.326e+44 9.32  9.32  2.158e+37 4.36e-05  18177 
triHPacyl.mttpmmpmmu 3.633e+43 8.55  8.55  2.155e+37 4.35e-05  18178 
triHPacyl.ptmppttmpu 1.796e+43 8.13  8.13  2.135e+37 4.31e-05  18179 
triHPacyl.tptmpmtpmu 7.048e+44 10.33 10.33 2.118e+37 4.27e-05  18180 
triHPacyl.tpttmtmmpu 3.876e+44 9.97  9.97  2.109e+37 4.26e-05  18181 
triHPacyl.pmptmmpppu 2.586e+44 9.73  9.73  2.106e+37 4.25e-05  18182 
triHPacyl.mmttmtmmpu 6.086e+44 10.24 10.24 2.095e+37 4.23e-05  18183 
triHPacyl.tmmpptpmpu 4.078e+43 8.64  8.64  2.087e+37 4.21e-05  18184 
triHPacyl.pmtppmpmpu 6.212e+43 8.89  8.89  2.083e+37 4.2e-05   18185 
triHPacyl.pmptptmmpu 1.226e+44 9.29  9.29  2.080e+37 4.2e-05   18186 
triHPacyl.mmttptmmpu 1.824e+45 10.91 10.91 2.069e+37 4.18e-05  18187 
triHPacyl.mtmtpttmpu 1.668e+44 9.48  9.48  2.061e+37 4.16e-05  18188 
triHPacyl.pmppptpmpu 6.279e+43 8.90  8.90  2.060e+37 4.16e-05  18189 
triHPacyl.mtmmpmmmpu 1.293e+44 9.33  9.33  2.057e+37 4.15e-05  18190 
triHPacyl.mmmmmtpmmu 5.239e+43 8.80  8.80  2.052e+37 4.14e-05  18191 
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triHPacyl.ptmppmpppu 1.782e+43 8.15  8.15  2.052e+37 4.14e-05  18192 
triHPacyl.pptmmmmmmu 1.660e+44 9.49  9.49  2.039e+37 4.12e-05  18193 
triHPacyl.pmtpptmppu 5.782e+43 8.86  8.86  2.030e+37 4.1e-05   18194 
triHPacyl.pmtmmttppu 1.974e+44 9.59  9.59  2.026e+37 4.09e-05  18195 
triHPacyl.mpppmttppu 1.176e+44 9.29  9.29  2.024e+37 4.09e-05  18196 
triHPacyl.tmptptmppu 5.215e+43 8.80  8.80  2.022e+37 4.08e-05  18197 
triHPacyl.ppmmmppmmu 4.976e+43 8.78  8.78  2.013e+37 4.06e-05  18198 
triHPacyl.ppmpmtpppu 2.023e+43 8.24  8.24  2.011e+37 4.06e-05  18199 
triHPacyl.ppptptmmmu 1.042e+44 9.22  9.22  2.010e+37 4.06e-05  18200 
triHPacyl.tmptmmtppu 4.827e+44 10.13 10.13 2.005e+37 4.05e-05  18201 
triHPacyl.mpptmtmppu 1.007e+44 9.20  9.20  2.002e+37 4.04e-05  18202 
triHPacyl.tttppmtmpu 1.697e+44 9.51  9.51  1.991e+37 4.02e-05  18203 
triHPacyl.tmptmmmmpu 1.427e+44 9.41  9.41  1.991e+37 4.02e-05  18204 
triHPacyl.pmttpmmpmu 7.686e+43 9.04  9.04  1.983e+37 4e-05     18205 
triHPacyl.mmtmmtmpmu 1.223e+44 9.32  9.32  1.978e+37 3.99e-05  18206 
triHPacyl.ppmpptppmu 8.422e+42 7.73  7.73  1.967e+37 3.97e-05  18207 
triHPacyl.tmtmpptppu 1.760e+44 9.55  9.55  1.959e+37 3.95e-05  18208 
triHPacyl.mmmpmmmpmu 3.715e+43 8.62  8.62  1.956e+37 3.95e-05  18209 
triHPacyl.ttttptmpmu 2.074e+44 9.65  9.65  1.947e+37 3.93e-05  18210 
triHPacyl.ttmmptppmu 5.731e+43 8.88  8.88  1.937e+37 3.91e-05  18211 
triHPacyl.ttmtmtpmmu 2.406e+44 9.74  9.74  1.934e+37 3.9e-05   18212 
triHPacyl.pptpmtmmpu 9.717e+43 9.20  9.20  1.934e+37 3.9e-05   18213 
triHPacyl.mtttpmpppu 1.243e+44 9.35  9.35  1.930e+37 3.9e-05   18214 
triHPacyl.tpmmmtpmmu 3.136e+43 8.53  8.53  1.927e+37 3.89e-05  18215 
triHPacyl.ppptpmmmmu 9.882e+43 9.21  9.21  1.918e+37 3.87e-05  18216 
triHPacyl.tpppptmmpu 1.872e+44 9.59  9.59  1.918e+37 3.87e-05  18217 
triHPacyl.ppmtpttmmu 1.267e+44 9.36  9.36  1.916e+37 3.87e-05  18218 
triHPacyl.tmptmtmpmu 1.976e+44 9.63  9.63  1.915e+37 3.87e-05  18219 
triHPacyl.tttmptpmpu 1.956e+44 9.62  9.62  1.911e+37 3.86e-05  18220 
triHPacyl.tpmmmmpmmu 2.532e+43 8.40  8.40  1.911e+37 3.86e-05  18221 
triHPacyl.mttmmtmpmu 1.117e+44 9.29  9.29  1.911e+37 3.86e-05  18222 
triHPacyl.tptmptppmu 2.622e+44 9.80  9.80  1.909e+37 3.85e-05  18223 
triHPacyl.tttmpmtppu 1.405e+44 9.43  9.43  1.908e+37 3.85e-05  18224 
triHPacyl.ttmtptmpmu 8.311e+43 9.12  9.12  1.898e+37 3.83e-05  18225 
triHPacyl.mttppmmmpu 1.100e+44 9.28  9.28  1.896e+37 3.83e-05  18226 
triHPacyl.ptmpptpppu 9.525e+43 9.21  9.21  1.863e+37 3.76e-05  18227 
triHPacyl.mmmtmtmppu 6.483e+43 8.98  8.98  1.860e+37 3.75e-05  18228 
triHPacyl.mttppttpmu 9.082e+43 9.18  9.18  1.850e+37 3.73e-05  18229 
triHPacyl.mptpmttpmu 1.041e+44 9.27  9.27  1.842e+37 3.72e-05  18230 
triHPacyl.ttmpmmppmu 3.281e+43 8.58  8.58  1.833e+37 3.7e-05   18231 
triHPacyl.mmttmtpmpu 9.464e+44 10.59 10.59 1.829e+37 3.69e-05  18232 
triHPacyl.ttmtmmppmu 1.403e+44 9.45  9.45  1.823e+37 3.68e-05  18233 
triHPacyl.ttppppmmmu 7.633e+43 9.09  9.09  1.819e+37 3.67e-05  18234 
triHPacyl.mptpmmppmu 6.289e+43 8.98  8.98  1.809e+37 3.65e-05  18235 
triHPacyl.pttpmmtpmu 1.324e+44 9.43  9.43  1.783e+37 3.6e-05   18236 
triHPacyl.mpmtptppmu 1.785e+44 9.62  9.62  1.767e+37 3.57e-05  18237 
triHPacyl.mmtppmmpmu 5.620e+44 10.30 10.30 1.764e+37 3.56e-05  18238 
triHPacyl.mpptpmpmmu 1.011e+44 9.28  9.28  1.756e+37 3.54e-05  18239 
triHPacyl.ttttmpmmmu 2.250e+44 9.76  9.76  1.751e+37 3.53e-05  18240 
triHPacyl.pmppptmppu 6.009e+43 8.97  8.97  1.741e+37 3.51e-05  18241 
triHPacyl.mmttptmmmu 8.007e+44 10.52 10.52 1.738e+37 3.51e-05  18242 
triHPacyl.tmpmmmtmmu 7.311e+43 9.10  9.10  1.732e+37 3.49e-05  18243 
triHPacyl.ppmppmmppu 2.336e+43 8.42  8.42  1.729e+37 3.49e-05  18244 
triHPacyl.ttmmppmmpu 1.541e+44 9.54  9.54  1.721e+37 3.47e-05  18245 
triHPacyl.ptmtmttppu 3.848e+44 10.09 10.09 1.718e+37 3.47e-05  18246 
triHPacyl.pptpmttppu 1.995e+44 9.70  9.70  1.717e+37 3.47e-05  18247 
triHPacyl.tpppptmmmu 3.175e+44 9.98  9.98  1.712e+37 3.46e-05  18248 
triHPacyl.mpmmptpmmu 8.858e+43 9.22  9.22  1.711e+37 3.45e-05  18249 
triHPacyl.tpmppmtmmu 4.765e+43 8.85  8.85  1.708e+37 3.45e-05  18250 
triHPacyl.ptppmptmpu 1.757e+44 9.63  9.63  1.703e+37 3.44e-05  18251 
triHPacyl.ptttmttppu 3.814e+44 10.09 10.09 1.696e+37 3.42e-05  18252 
triHPacyl.tmtmpttpmu 4.828e+44 10.24 10.24 1.680e+37 3.39e-05  18253 
triHPacyl.mmmppttpmu 4.828e+43 8.87  8.87  1.680e+37 3.39e-05  18254 
triHPacyl.mmtpmpmpmu 6.150e+43 9.01  9.01  1.677e+37 3.38e-05  18255 
triHPacyl.pmptppmppu 1.878e+43 8.31  8.31  1.674e+37 3.38e-05  18256 
triHPacyl.tpmtmmtmpu 4.018e+44 10.13 10.13 1.672e+37 3.38e-05  18257 
triHPacyl.mtmtpmtmmu 1.291e+44 9.46  9.46  1.662e+37 3.35e-05  18258 
triHPacyl.mtppmtmppu 2.583e+44 9.87  9.87  1.661e+37 3.35e-05  18259 
triHPacyl.ppmtmtmmpu 9.775e+43 9.30  9.30  1.651e+37 3.33e-05  18260 
triHPacyl.ttmtptmmmu 7.650e+43 9.15  9.15  1.644e+37 3.32e-05  18261 
triHPacyl.ttmpmmtmpu 2.921e+43 8.58  8.58  1.643e+37 3.32e-05  18262 
triHPacyl.pppmmmtmmu 3.348e+44 10.04 10.04 1.637e+37 3.3e-05   18263 
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triHPacyl.tmmppmmpmu 2.793e+43 8.56  8.56  1.633e+37 3.3e-05   18264 
triHPacyl.mptmmpmpmu 1.576e+44 9.59  9.59  1.631e+37 3.29e-05  18265 
triHPacyl.tmppptpppu 7.596e+44 10.53 10.53 1.629e+37 3.29e-05  18266 
triHPacyl.mpttpppmpu 1.435e+44 9.54  9.54  1.624e+37 3.28e-05  18267 
triHPacyl.pmptmmtmpu 2.976e+44 9.98  9.98  1.606e+37 3.24e-05  18268 
triHPacyl.tmmtptmppu 1.052e+44 9.36  9.36  1.602e+37 3.23e-05  18269 
triHPacyl.ptptmmtmmu 4.173e+44 10.18 10.18 1.601e+37 3.23e-05  18270 
triHPacyl.pmptmtpppu 1.827e+44 9.69  9.69  1.596e+37 3.22e-05  18271 
triHPacyl.tmptptpmpu 2.708e+44 9.93  9.93  1.581e+37 3.19e-05  18272 
triHPacyl.mpptpmpmpu 1.227e+44 9.46  9.46  1.563e+37 3.15e-05  18273 
triHPacyl.mtmmptmmmu 1.143e+44 9.42  9.42  1.561e+37 3.15e-05  18274 
triHPacyl.mtmtmtmppu 1.942e+44 9.74  9.74  1.554e+37 3.14e-05  18275 
triHPacyl.ttptmttpmu 3.450e+44 10.09 10.09 1.549e+37 3.13e-05  18276 
triHPacyl.tpmtmtpppu 9.512e+43 9.32  9.32  1.546e+37 3.12e-05  18277 
triHPacyl.tptppmtpmu 2.245e+44 9.83  9.83  1.542e+37 3.11e-05  18278 
triHPacyl.tmptmmtpmu 7.416e+44 10.55 10.55 1.530e+37 3.09e-05  18279 
triHPacyl.mttmpmpmmu 1.056e+44 9.39  9.39  1.522e+37 3.07e-05  18280 
triHPacyl.mmmpmptmpu 9.051e+43 9.30  9.30  1.518e+37 3.06e-05  18281 
triHPacyl.pmtpmttpmu 5.596e+44 10.40 10.40 1.497e+37 3.02e-05  18282 
triHPacyl.ppptptmmpu 1.214e+44 9.49  9.49  1.490e+37 3.01e-05  18283 
triHPacyl.tptmpmpppu 9.789e+43 9.36  9.36  1.486e+37 3e-05     18284 
triHPacyl.ttttmtppmu 1.286e+44 9.53  9.53  1.466e+37 2.96e-05  18285 
triHPacyl.tppmpttpmu 4.317e+44 10.25 10.25 1.465e+37 2.96e-05  18286 
triHPacyl.tpptpttppu 9.718e+44 10.74 10.74 1.459e+37 2.95e-05  18287 
triHPacyl.ppptmppmpu 1.270e+44 9.53  9.53  1.447e+37 2.92e-05  18288 
triHPacyl.mtmmmmmpmu 9.976e+43 9.39  9.39  1.445e+37 2.92e-05  18289 
triHPacyl.ppmtmtpppu 5.320e+43 9.02  9.02  1.438e+37 2.9e-05   18290 
triHPacyl.tmpppmtpmu 9.075e+43 9.34  9.34  1.413e+37 2.85e-05  18291 
triHPacyl.mmttppppmu 6.406e+44 10.51 10.51 1.409e+37 2.84e-05  18292 
triHPacyl.mtmtpmppmu 1.165e+44 9.50  9.50  1.397e+37 2.82e-05  18293 
triHPacyl.ttmppmtmmu 1.238e+44 9.54  9.54  1.396e+37 2.82e-05  18294 
triHPacyl.tmtpmmmppu 9.947e+43 9.41  9.41  1.394e+37 2.81e-05  18295 
triHPacyl.pmptmmtppu 3.562e+44 10.17 10.17 1.393e+37 2.81e-05  18296 
triHPacyl.mpppmttmpu 3.982e+44 10.24 10.24 1.392e+37 2.81e-05  18297 
triHPacyl.tttmpmmpmu 1.992e+44 9.82  9.82  1.389e+37 2.8e-05   18298 
triHPacyl.mmmpmtpppu 3.323e+43 8.76  8.76  1.386e+37 2.8e-05   18299 
triHPacyl.ttttmmmmpu 3.667e+44 10.19 10.19 1.383e+37 2.79e-05  18300 
triHPacyl.mtpmptpppu 2.739e+43 8.64  8.64  1.382e+37 2.79e-05  18301 
triHPacyl.ppptmmppmu 2.027e+44 9.84  9.84  1.381e+37 2.79e-05  18302 
triHPacyl.tttpmmpmpu 7.204e+43 9.22  9.22  1.378e+37 2.78e-05  18303 
triHPacyl.tmttpmpmmu 4.002e+44 10.25 10.25 1.373e+37 2.77e-05  18304 
triHPacyl.mmmpmppppu 6.271e+43 9.14  9.14  1.367e+37 2.76e-05  18305 
triHPacyl.tmttptmpmu 1.522e+44 9.68  9.68  1.361e+37 2.75e-05  18306 
triHPacyl.mpptptmmmu 8.305e+43 9.32  9.32  1.346e+37 2.72e-05  18307 
triHPacyl.ttpppttppu 3.560e+44 10.19 10.19 1.337e+37 2.7e-05   18308 
triHPacyl.ttptptmmpu 4.495e+43 8.96  8.96  1.332e+37 2.69e-05  18309 
triHPacyl.tmptmttppu 9.031e+44 10.75 10.75 1.329e+37 2.68e-05  18310 
triHPacyl.mptmpmtmpu 3.006e+43 8.72  8.72  1.327e+37 2.68e-05  18311 
triHPacyl.pmmtptmmmu 1.059e+44 9.48  9.48  1.322e+37 2.67e-05  18312 
triHPacyl.mttmmtpmmu 6.798e+43 9.22  9.22  1.313e+37 2.65e-05  18313 
triHPacyl.mtppmmpmpu 7.899e+43 9.31  9.31  1.310e+37 2.64e-05  18314 
triHPacyl.ttttmmmmmu 3.290e+44 10.16 10.16 1.301e+37 2.63e-05  18315 
triHPacyl.mtptptmmpu 1.111e+44 9.52  9.52  1.299e+37 2.62e-05  18316 
triHPacyl.mtttptpmmu 8.274e+43 9.34  9.34  1.297e+37 2.62e-05  18317 
triHPacyl.tttpptmmmu 9.522e+43 9.43  9.43  1.293e+37 2.61e-05  18318 
triHPacyl.mmmmmmmppu 3.808e+43 8.88  8.88  1.283e+37 2.59e-05  18319 
triHPacyl.ttpppptmmu 1.443e+44 9.68  9.68  1.282e+37 2.59e-05  18320 
triHPacyl.ppttmmppmu 7.466e+43 9.29  9.29  1.277e+37 2.58e-05  18321 
triHPacyl.mppppmmmpu 7.362e+43 9.28  9.28  1.275e+37 2.57e-05  18322 
triHPacyl.pmptmtmppu 6.145e+43 9.18  9.18  1.271e+37 2.57e-05  18323 
triHPacyl.mpttmtpmmu 1.939e+44 9.86  9.86  1.270e+37 2.56e-05  18324 
triHPacyl.mpttptmmmu 1.046e+44 9.49  9.49  1.269e+37 2.56e-05  18325 
triHPacyl.ptmpmmtppu 1.937e+44 9.86  9.86  1.261e+37 2.55e-05  18326 
triHPacyl.ttttptmppu 2.311e+44 9.98  9.98  1.250e+37 2.52e-05  18327 
triHPacyl.mtptmtmppu 5.019e+43 9.07  9.07  1.237e+37 2.5e-05   18328 
triHPacyl.mtmtmmmppu 4.162e+44 10.34 10.34 1.229e+37 2.48e-05  18329 
triHPacyl.mtmtptpppu 6.997e+43 9.28  9.28  1.225e+37 2.47e-05  18330 
triHPacyl.mmttmppmpu 1.603e+45 11.14 11.14 1.224e+37 2.47e-05  18331 
triHPacyl.tpmtmttmpu 4.500e+44 10.39 10.39 1.221e+37 2.47e-05  18332 
triHPacyl.ppptppppmu 1.971e+44 9.89  9.89  1.220e+37 2.46e-05  18333 
triHPacyl.mpmmmmpmpu 2.968e+43 8.77  8.77  1.219e+37 2.46e-05  18334 
triHPacyl.mpmmmmtmpu 1.881e+43 8.50  8.50  1.217e+37 2.46e-05  18335 
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triHPacyl.mpmmptmmmu 2.163e+43 8.58  8.58  1.215e+37 2.45e-05  18336 
triHPacyl.tpptpttmpu 1.640e+45 11.16 11.16 1.209e+37 2.44e-05  18337 
triHPacyl.mttmmtpmpu 3.084e+43 8.79  8.79  1.208e+37 2.44e-05  18338 
triHPacyl.pmtmpttpmu 1.106e+45 10.93 10.93 1.205e+37 2.43e-05  18339 
triHPacyl.pmtmmtmppu 4.469e+43 9.02  9.02  1.204e+37 2.43e-05  18340 
triHPacyl.ttpmptpmpu 3.132e+43 8.81  8.81  1.199e+37 2.42e-05  18341 
triHPacyl.pmptpmmmpu 5.432e+43 9.14  9.14  1.198e+37 2.42e-05  18342 
triHPacyl.tmtppppmpu 3.493e+44 10.25 10.25 1.184e+37 2.39e-05  18343 
triHPacyl.pmptpttppu 1.259e+44 9.65  9.65  1.173e+37 2.37e-05  18344 
triHPacyl.tmmtpmpmpu 1.217e+44 9.63  9.63  1.173e+37 2.37e-05  18345 
triHPacyl.mtpmpmpppu 3.629e+43 8.91  8.91  1.163e+37 2.35e-05  18346 
triHPacyl.ttmtmtppmu 8.004e+43 9.39  9.39  1.160e+37 2.34e-05  18347 
triHPacyl.mpmtpttmmu 8.958e+43 9.46  9.46  1.146e+37 2.31e-05  18348 
triHPacyl.ttmtmmpmpu 6.775e+43 9.30  9.30  1.145e+37 2.31e-05  18349 
triHPacyl.tttmptmmmu 4.438e+44 10.42 10.42 1.138e+37 2.3e-05   18350 
triHPacyl.mmmpptpmpu 4.285e+43 9.03  9.03  1.130e+37 2.28e-05  18351 
triHPacyl.mmtpmppmpu 6.124e+44 10.62 10.62 1.129e+37 2.28e-05  18352 
triHPacyl.tmmppmmmmu 6.941e+43 9.32  9.32  1.127e+37 2.27e-05  18353 
triHPacyl.mpptmtpppu 3.594e+43 8.93  8.93  1.125e+37 2.27e-05  18354 
triHPacyl.pmttptpmpu 1.903e+44 9.93  9.93  1.117e+37 2.25e-05  18355 
triHPacyl.mttppmmmmu 1.131e+44 9.62  9.62  1.117e+37 2.25e-05  18356 
triHPacyl.tttmmtmmpu 1.024e+44 9.56  9.56  1.114e+37 2.25e-05  18357 
triHPacyl.ttmtpttmmu 2.519e+44 10.10 10.10 1.112e+37 2.24e-05  18358 
triHPacyl.mpttpmpppu 5.246e+43 9.16  9.16  1.109e+37 2.24e-05  18359 
triHPacyl.ppttmmtmmu 1.392e+44 9.75  9.75  1.108e+37 2.24e-05  18360 
triHPacyl.mpmtpmpmmu 1.148e+44 9.63  9.63  1.107e+37 2.23e-05  18361 
triHPacyl.tpttpttmpu 2.616e+44 10.12 10.12 1.106e+37 2.23e-05  18362 
triHPacyl.ttptptpppu 5.049e+43 9.14  9.14  1.101e+37 2.22e-05  18363 
triHPacyl.ttpmppmpmu 5.576e+43 9.21  9.21  1.095e+37 2.21e-05  18364 
triHPacyl.pmptmpmpmu 9.633e+43 9.53  9.53  1.094e+37 2.21e-05  18365 
triHPacyl.mmttmpppmu 1.491e+44 9.80  9.80  1.085e+37 2.19e-05  18366 
triHPacyl.tpptpmmpmu 8.991e+43 9.50  9.50  1.082e+37 2.18e-05  18367 
triHPacyl.mpppmtpppu 7.803e+44 10.79 10.79 1.082e+37 2.18e-05  18368 
triHPacyl.mpttptmmpu 1.453e+44 9.79  9.79  1.081e+37 2.18e-05  18369 
triHPacyl.tmptmmmmmu 2.771e+44 10.17 10.17 1.079e+37 2.18e-05  18370 
triHPacyl.mptpmtpppu 1.643e+44 9.86  9.86  1.071e+37 2.16e-05  18371 
triHPacyl.pmttmtmmmu 6.623e+44 10.70 10.70 1.068e+37 2.16e-05  18372 
triHPacyl.mtttptpmpu 1.187e+44 9.67  9.67  1.065e+37 2.15e-05  18373 
triHPacyl.mtpmmmpmpu 2.702e+43 8.79  8.79  1.060e+37 2.14e-05  18374 
triHPacyl.tmptmmmpmu 2.523e+44 10.13 10.13 1.057e+37 2.13e-05  18375 
triHPacyl.mtttpmmmmu 3.200e+44 10.27 10.27 1.055e+37 2.13e-05  18376 
triHPacyl.mttmmtpppu 3.859e+43 9.01  9.01  1.052e+37 2.12e-05  18377 
triHPacyl.ttmpptmppu 2.512e+44 10.13 10.13 1.048e+37 2.12e-05  18378 
triHPacyl.mptppmmppu 8.485e+43 9.48  9.48  1.046e+37 2.11e-05  18379 
triHPacyl.mtmtptmmmu 4.471e+44 10.48 10.48 1.045e+37 2.11e-05  18380 
triHPacyl.ppptpmmmpu 9.546e+43 9.56  9.56  1.038e+37 2.1e-05   18381 
triHPacyl.mpmtpmtmpu 2.136e+44 10.04 10.04 1.037e+37 2.09e-05  18382 
triHPacyl.tpmmpmpppu 3.087e+43 8.89  8.89  1.036e+37 2.09e-05  18383 
triHPacyl.ttmppmpmmu 5.387e+43 9.22  9.22  1.034e+37 2.09e-05  18384 
triHPacyl.pmpppmtpmu 4.863e+44 10.53 10.53 1.032e+37 2.08e-05  18385 
triHPacyl.tttmptpmmu 1.189e+44 9.70  9.70  1.027e+37 2.07e-05  18386 
triHPacyl.tptmpmtmmu 1.600e+44 9.87  9.87  1.026e+37 2.07e-05  18387 
triHPacyl.mttpmtppmu 3.171e+43 8.91  8.91  1.022e+37 2.06e-05  18388 
triHPacyl.mpptptmmpu 7.404e+43 9.42  9.42  1.010e+37 2.04e-05  18389 
triHPacyl.tpmpptmppu 1.652e+43 8.54  8.54  1.001e+37 2.02e-05  18390 
triHPacyl.ptttmttpmu 3.105e+44 10.29 10.29 9.957e+36 2.01e-05  18391 
triHPacyl.mpmtpmtppu 3.417e+44 10.35 10.35 9.929e+36 2e-05     18392 
triHPacyl.mtppmppmpu 4.959e+43 9.20  9.20  9.922e+36 2e-05     18393 
triHPacyl.mtttpmtmmu 1.829e+44 9.97  9.97  9.921e+36 2e-05     18394 
triHPacyl.ptptmttppu 1.126e+44 9.69  9.69  9.907e+36 2e-05     18395 
triHPacyl.ttmtmttmpu 1.858e+44 9.99  9.99  9.880e+36 1.99e-05  18396 
triHPacyl.tptppmtmpu 1.883e+44 10.00 10.00 9.698e+36 1.96e-05  18397 
triHPacyl.pmmpptmppu 9.548e+42 8.23  8.23  9.610e+36 1.94e-05  18398 
triHPacyl.ppttmppmmu 1.382e+44 9.83  9.83  9.480e+36 1.91e-05  18399 
triHPacyl.mtptpmpmmu 1.279e+44 9.79  9.79  9.460e+36 1.91e-05  18400 
triHPacyl.mtpmmtpmpu 1.567e+43 8.54  8.54  9.432e+36 1.9e-05   18401 
triHPacyl.mtttpmmmpu 2.576e+44 10.21 10.21 9.370e+36 1.89e-05  18402 
triHPacyl.ppttmtpmpu 2.304e+44 10.15 10.15 9.313e+36 1.88e-05  18403 
triHPacyl.tpmpptppmu 2.579e+43 8.85  8.85  9.277e+36 1.87e-05  18404 
triHPacyl.pmptpmtppu 5.204e+43 9.27  9.27  9.264e+36 1.87e-05  18405 
triHPacyl.mpptptpppu 8.784e+43 9.58  9.58  9.258e+36 1.87e-05  18406 
triHPacyl.tpmtmmpppu 5.279e+43 9.28  9.28  9.242e+36 1.87e-05  18407 
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triHPacyl.ttmtmmpmmu 4.213e+43 9.14  9.14  9.201e+36 1.86e-05  18408 
triHPacyl.ptmmpmpmmu 5.666e+43 9.32  9.32  9.162e+36 1.85e-05  18409 
triHPacyl.mmttmmpmmu 4.417e+44 10.55 10.55 9.136e+36 1.84e-05  18410 
triHPacyl.mmmmmmpmmu 1.131e+44 9.74  9.74  9.126e+36 1.84e-05  18411 
triHPacyl.mptpmmtmpu 2.017e+44 10.08 10.08 9.097e+36 1.84e-05  18412 
triHPacyl.ttptpttppu 6.612e+43 9.42  9.42  9.051e+36 1.83e-05  18413 
triHPacyl.mtmtmtmpmu 5.682e+43 9.33  9.33  9.035e+36 1.82e-05  18414 
triHPacyl.pptpmmmmmu 3.579e+43 9.06  9.06  9.027e+36 1.82e-05  18415 
triHPacyl.mpptmmmpmu 1.050e+44 9.70  9.70  9.010e+36 1.82e-05  18416 
triHPacyl.mpttmtmpmu 1.158e+44 9.77  9.77  8.912e+36 1.8e-05   18417 
triHPacyl.pptmptmmpu 4.574e+43 9.21  9.21  8.906e+36 1.8e-05   18418 
triHPacyl.tptmpmmppu 3.857e+43 9.11  9.11  8.886e+36 1.79e-05  18419 
triHPacyl.tmptpppmpu 3.076e+44 10.35 10.35 8.805e+36 1.78e-05  18420 
triHPacyl.mtpmpppmmu 2.069e+43 8.75  8.75  8.785e+36 1.77e-05  18421 
triHPacyl.tpttptmpmu 1.655e+44 9.99  9.99  8.772e+36 1.77e-05  18422 
triHPacyl.pmttpmmppu 8.523e+43 9.59  9.59  8.748e+36 1.77e-05  18423 
triHPacyl.mpptptppmu 8.992e+43 9.64  9.64  8.597e+36 1.74e-05  18424 
triHPacyl.mttmmmmpmu 1.993e+44 10.11 10.11 8.584e+36 1.73e-05  18425 
triHPacyl.mmmtmttppu 6.202e+44 10.79 10.79 8.565e+36 1.73e-05  18426 
triHPacyl.tpmpptpmpu 2.167e+43 8.80  8.80  8.474e+36 1.71e-05  18427 
triHPacyl.mtpmptmmpu 2.026e+43 8.76  8.76  8.446e+36 1.7e-05   18428 
triHPacyl.mtmpmtmppu 2.514e+44 10.26 10.26 8.383e+36 1.69e-05  18429 
triHPacyl.mpppmtmmpu 1.852e+44 10.08 10.08 8.380e+36 1.69e-05  18430 
triHPacyl.tptpptmmmu 1.166e+44 9.81  9.81  8.326e+36 1.68e-05  18431 
triHPacyl.mttmmmpppu 5.352e+43 9.35  9.35  8.265e+36 1.67e-05  18432 
triHPacyl.ttmmpmmmmu 1.708e+44 10.04 10.04 8.224e+36 1.66e-05  18433 
triHPacyl.tpttpttmmu 3.143e+44 10.41 10.41 8.221e+36 1.66e-05  18434 
triHPacyl.mpptmppmpu 2.733e+43 8.96  8.96  8.167e+36 1.65e-05  18435 
triHPacyl.tmtppmmmmu 2.175e+44 10.19 10.19 8.150e+36 1.64e-05  18436 
triHPacyl.ppptmppmmu 1.001e+44 9.73  9.73  8.141e+36 1.64e-05  18437 
triHPacyl.mtmpptmmmu 1.265e+44 9.87  9.87  8.105e+36 1.64e-05  18438 
triHPacyl.mppppmtppu 1.720e+44 10.06 10.06 8.028e+36 1.62e-05  18439 
triHPacyl.ttmmpmmpmu 8.204e+43 9.62  9.62  8.025e+36 1.62e-05  18440 
triHPacyl.mttmpmpmpu 4.527e+43 9.27  9.27  7.953e+36 1.61e-05  18441 
triHPacyl.mptmpmmmmu 8.282e+43 9.64  9.64  7.910e+36 1.6e-05   18442 
triHPacyl.mpppmtmmmu 3.459e+44 10.50 10.50 7.811e+36 1.58e-05  18443 
triHPacyl.tpmtmtmmpu 1.329e+44 9.93  9.93  7.809e+36 1.58e-05  18444 
triHPacyl.mmppmtpmpu 1.518e+44 10.01 10.01 7.720e+36 1.56e-05  18445 
triHPacyl.ppttptmmmu 2.551e+44 10.33 10.33 7.675e+36 1.55e-05  18446 
triHPacyl.tmmtpppppu 8.517e+43 9.67  9.67  7.643e+36 1.54e-05  18447 
triHPacyl.tmptptpmmu 3.788e+44 10.57 10.57 7.588e+36 1.53e-05  18448 
triHPacyl.mptmpmmmpu 9.801e+43 9.77  9.77  7.539e+36 1.52e-05  18449 
triHPacyl.tmptmtmmmu 2.210e+44 10.25 10.25 7.519e+36 1.52e-05  18450 
triHPacyl.ttppptmmpu 2.046e+44 10.21 10.21 7.455e+36 1.5e-05   18451 
triHPacyl.ttttpttmmu 3.372e+44 10.51 10.51 7.381e+36 1.49e-05  18452 
triHPacyl.tptmptmmmu 4.860e+44 10.74 10.74 7.274e+36 1.47e-05  18453 
triHPacyl.ptmpmmtmmu 2.231e+44 10.28 10.28 7.241e+36 1.46e-05  18454 
triHPacyl.tmpppttppu 4.717e+44 10.73 10.73 7.192e+36 1.45e-05  18455 
triHPacyl.mptmpttpmu 1.101e+44 9.86  9.86  7.188e+36 1.45e-05  18456 
triHPacyl.mptmmtmmpu 2.736e+44 10.41 10.41 7.162e+36 1.45e-05  18457 
triHPacyl.mtpmpmtmpu 5.527e+43 9.46  9.46  7.109e+36 1.43e-05  18458 
triHPacyl.mtpmmpmpmu 3.591e+43 9.20  9.20  7.103e+36 1.43e-05  18459 
triHPacyl.tpmtmttppu 3.246e+44 10.52 10.52 7.098e+36 1.43e-05  18460 
triHPacyl.ttmpmtpmmu 5.777e+43 9.49  9.49  7.069e+36 1.43e-05  18461 
triHPacyl.tppmpttmmu 6.369e+44 10.92 10.92 7.060e+36 1.42e-05  18462 
triHPacyl.tmttpppmpu 6.395e+44 10.92 10.92 7.050e+36 1.42e-05  18463 
triHPacyl.ppptmmpppu 1.488e+44 10.06 10.06 7.014e+36 1.42e-05  18464 
triHPacyl.tmptmttmmu 2.798e+44 10.43 10.43 7.007e+36 1.41e-05  18465 
triHPacyl.pttpmttppu 1.127e+44 9.90  9.90  6.976e+36 1.41e-05  18466 
triHPacyl.mptmmmtmmu 1.444e+44 10.04 10.04 6.955e+36 1.4e-05   18467 
triHPacyl.mmtmmttpmu 7.682e+44 11.04 11.04 6.921e+36 1.4e-05   18468 
triHPacyl.mtmmmmtmpu 1.462e+44 10.06 10.06 6.910e+36 1.39e-05  18469 
triHPacyl.mtmmmttmpu 7.795e+43 9.68  9.68  6.907e+36 1.39e-05  18470 
triHPacyl.pmtpptpmpu 6.651e+43 9.59  9.59  6.882e+36 1.39e-05  18471 
triHPacyl.ttpmptpppu 7.037e+43 9.63  9.63  6.782e+36 1.37e-05  18472 
triHPacyl.ttmtmtmmpu 3.184e+44 10.53 10.53 6.774e+36 1.37e-05  18473 
triHPacyl.ttttmtmmpu 4.937e+44 10.80 10.80 6.741e+36 1.36e-05  18474 
triHPacyl.tpptpmmppu 1.819e+44 10.20 10.20 6.739e+36 1.36e-05  18475 
triHPacyl.pmptpmpmmu 7.116e+43 9.64  9.64  6.701e+36 1.35e-05  18476 
triHPacyl.tmpmmmmmmu 5.788e+43 9.53  9.53  6.654e+36 1.34e-05  18477 
triHPacyl.mtptmmmpmu 2.158e+44 10.32 10.32 6.601e+36 1.33e-05  18478 
triHPacyl.tmtmppmppu 6.150e+43 9.57  9.57  6.520e+36 1.32e-05  18479 
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triHPacyl.tmpppppppu 8.610e+44 11.15 11.15 6.482e+36 1.31e-05  18480 
triHPacyl.pttmmmtpmu 1.360e+44 10.05 10.05 6.480e+36 1.31e-05  18481 
triHPacyl.mptppmtmpu 7.033e+43 9.66  9.66  6.459e+36 1.3e-05   18482 
triHPacyl.tmpppttmpu 4.797e+44 10.81 10.81 6.431e+36 1.3e-05   18483 
triHPacyl.ttmmmtmmmu 2.399e+44 10.39 10.39 6.422e+36 1.3e-05   18484 
triHPacyl.mmmmmmtpmu 5.133e+44 10.85 10.85 6.390e+36 1.29e-05  18485 
triHPacyl.ttmpmttppu 1.624e+44 10.17 10.17 6.315e+36 1.27e-05  18486 
triHPacyl.mtmpptpppu 3.521e+43 9.26  9.26  6.314e+36 1.27e-05  18487 
triHPacyl.ptppmttppu 3.504e+44 10.63 10.63 6.296e+36 1.27e-05  18488 
triHPacyl.tmttptmppu 2.268e+44 10.37 10.37 6.286e+36 1.27e-05  18489 
triHPacyl.mmpmmtmppu 3.090e+43 9.19  9.19  6.267e+36 1.26e-05  18490 
triHPacyl.mtptptpppu 8.365e+43 9.78  9.78  6.246e+36 1.26e-05  18491 
triHPacyl.ppptmmmmmu 1.104e+44 9.95  9.95  6.216e+36 1.25e-05  18492 
triHPacyl.pmptmtmmpu 1.177e+44 9.99  9.99  6.186e+36 1.25e-05  18493 
triHPacyl.ttpmpptppu 9.401e+43 9.87  9.87  6.078e+36 1.23e-05  18494 
triHPacyl.tmptmttpmu 3.340e+44 10.63 10.63 6.071e+36 1.23e-05  18495 
triHPacyl.mttpptpmpu 6.216e+43 9.63  9.63  6.047e+36 1.22e-05  18496 
triHPacyl.mpppmmtppu 4.170e+44 10.76 10.76 6.035e+36 1.22e-05  18497 
triHPacyl.tpttptpppu 6.939e+44 11.08 11.08 5.905e+36 1.19e-05  18498 
triHPacyl.mtptmpmpmu 1.178e+44 10.02 10.02 5.887e+36 1.19e-05  18499 
triHPacyl.ttptmtmmmu 1.800e+44 10.28 10.28 5.883e+36 1.19e-05  18500 
triHPacyl.pmtmmmtppu 2.506e+44 10.48 10.48 5.783e+36 1.17e-05  18501 
triHPacyl.mptmpmtmmu 7.501e+43 9.77  9.77  5.765e+36 1.16e-05  18502 
triHPacyl.tpmtpmpmpu 1.003e+44 9.94  9.94  5.764e+36 1.16e-05  18503 
triHPacyl.ttttmmtpmu 3.035e+44 10.61 10.61 5.709e+36 1.15e-05  18504 
triHPacyl.mptmmmmppu 3.586e+43 9.33  9.33  5.706e+36 1.15e-05  18505 
triHPacyl.mtmmppmmmu 2.108e+44 10.39 10.39 5.684e+36 1.15e-05  18506 
triHPacyl.mptpmtpmpu 1.360e+44 10.13 10.13 5.654e+36 1.14e-05  18507 
triHPacyl.ttptppmpmu 1.930e+44 10.34 10.34 5.650e+36 1.14e-05  18508 
triHPacyl.mtmmpmtppu 6.919e+43 9.73  9.73  5.605e+36 1.13e-05  18509 
triHPacyl.tpmpptmmmu 3.350e+43 9.31  9.31  5.575e+36 1.13e-05  18510 
triHPacyl.mmttmtmpmu 1.450e+44 10.18 10.18 5.531e+36 1.12e-05  18511 
triHPacyl.mtttmtmpmu 1.558e+44 10.23 10.23 5.524e+36 1.11e-05  18512 
triHPacyl.ttmtpmmppu 3.206e+44 10.66 10.66 5.520e+36 1.11e-05  18513 
triHPacyl.mttmpttppu 4.414e+43 9.48  9.48  5.481e+36 1.11e-05  18514 
triHPacyl.mpptmppmmu 2.488e+44 10.51 10.51 5.478e+36 1.11e-05  18515 
triHPacyl.mtmmmpmmmu 2.134e+44 10.42 10.42 5.477e+36 1.11e-05  18516 
triHPacyl.mptppmmmmu 3.364e+43 9.32  9.32  5.465e+36 1.1e-05   18517 
triHPacyl.mmmtmtmmpu 5.529e+44 10.99 10.99 5.414e+36 1.09e-05  18518 
triHPacyl.mmttpmmmmu 1.104e+45 11.41 11.41 5.410e+36 1.09e-05  18519 
triHPacyl.mptmmmmpmu 1.079e+44 10.02 10.02 5.394e+36 1.09e-05  18520 
triHPacyl.ttmtpttpmu 1.096e+44 10.03 10.03 5.387e+36 1.09e-05  18521 
triHPacyl.ptmpmmppmu 1.056e+44 10.01 10.01 5.379e+36 1.09e-05  18522 
triHPacyl.mtptpppmmu 7.070e+43 9.77  9.77  5.368e+36 1.08e-05  18523 
triHPacyl.pmmtpmmppu 4.828e+43 9.55  9.55  5.356e+36 1.08e-05  18524 
triHPacyl.mmttmmmmmu 7.013e+44 11.14 11.14 5.342e+36 1.08e-05  18525 
triHPacyl.tttpptmppu 1.161e+44 10.07 10.07 5.324e+36 1.07e-05  18526 
triHPacyl.ttptmtppmu 2.783e+44 10.60 10.60 5.269e+36 1.06e-05  18527 
triHPacyl.ppmmmmmmmu 1.651e+43 8.92  8.92  5.267e+36 1.06e-05  18528 
triHPacyl.mtmtptmmpu 2.501e+44 10.54 10.54 5.247e+36 1.06e-05  18529 
triHPacyl.tpmmptpmmu 5.477e+43 9.64  9.64  5.243e+36 1.06e-05  18530 
triHPacyl.ttmtptppmu 1.323e+44 10.16 10.16 5.236e+36 1.06e-05  18531 
triHPacyl.ttttpmtmpu 2.870e+44 10.62 10.62 5.225e+36 1.05e-05  18532 
triHPacyl.ttptptpmmu 3.501e+44 10.74 10.74 5.221e+36 1.05e-05  18533 
triHPacyl.mptmmtmmmu 2.330e+44 10.50 10.50 5.218e+36 1.05e-05  18534 
triHPacyl.tmtppttppu 2.222e+44 10.47 10.47 5.218e+36 1.05e-05  18535 
triHPacyl.ttmtmtpppu 9.030e+43 9.94  9.94  5.192e+36 1.05e-05  18536 
triHPacyl.pmtmpmtpmu 3.828e+44 10.80 10.80 5.187e+36 1.05e-05  18537 
triHPacyl.mpttpttmpu 8.381e+43 9.90  9.90  5.178e+36 1.05e-05  18538 
triHPacyl.mmppmppmpu 1.368e+44 10.19 10.19 5.137e+36 1.04e-05  18539 
triHPacyl.tpmppppmmu 3.450e+43 9.37  9.37  5.124e+36 1.03e-05  18540 
triHPacyl.mtmmpttpmu 3.076e+44 10.68 10.68 5.075e+36 1.02e-05  18541 
triHPacyl.mtmtpmtmpu 1.859e+44 10.38 10.38 5.071e+36 1.02e-05  18542 
triHPacyl.ttmmpmpmpu 3.215e+43 9.34  9.34  5.057e+36 1.02e-05  18543 
triHPacyl.pptmpmmmpu 3.606e+43 9.41  9.41  5.025e+36 1.01e-05  18544 
triHPacyl.mptmmmpppu 9.396e+43 9.98  9.98  5.008e+36 1.01e-05  18545 
triHPacyl.ptppmptppu 1.551e+44 10.28 10.28 5.002e+36 1.01e-05  18546 
triHPacyl.mmttmmmmpu 6.523e+44 11.14 11.14 5.000e+36 1.01e-05  18547 
triHPacyl.tptppmpppu 1.397e+44 10.23 10.23 4.939e+36 9.97e-06  18548 
triHPacyl.mpmmpttpmu 1.100e+44 10.09 10.09 4.923e+36 9.94e-06  18549 
triHPacyl.ttmtmmpppu 9.724e+43 10.02 10.02 4.908e+36 9.91e-06  18550 
triHPacyl.ttpmmmtpmu 1.104e+44 10.09 10.09 4.888e+36 9.86e-06  18551 
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triHPacyl.mmttmmpmpu 7.985e+44 11.28 11.28 4.880e+36 9.85e-06  18552 
triHPacyl.ttttpmpppu 1.221e+44 10.16 10.16 4.865e+36 9.82e-06  18553 
triHPacyl.ppttmppmpu 2.436e+44 10.57 10.57 4.864e+36 9.82e-06  18554 
triHPacyl.tpmtpmmppu 5.744e+43 9.71  9.71  4.864e+36 9.82e-06  18555 
triHPacyl.pmptptpppu 4.036e+43 9.50  9.50  4.858e+36 9.81e-06  18556 
triHPacyl.ttmtpmmmpu 4.745e+44 10.97 10.97 4.856e+36 9.8e-06   18557 
triHPacyl.mpptpttpmu 1.832e+44 10.40 10.40 4.843e+36 9.77e-06  18558 
triHPacyl.mttmpttpmu 1.721e+44 10.37 10.37 4.813e+36 9.71e-06  18559 
triHPacyl.ttpppmmmpu 8.488e+43 9.95  9.95  4.798e+36 9.68e-06  18560 
triHPacyl.mmtpmtpmpu 1.507e+44 10.29 10.29 4.781e+36 9.65e-06  18561 
triHPacyl.tmttppmmmu 5.635e+44 11.08 11.08 4.779e+36 9.64e-06  18562 
triHPacyl.ttmmpmtpmu 2.659e+44 10.63 10.63 4.760e+36 9.61e-06  18563 
triHPacyl.mptmmtppmu 2.933e+44 10.70 10.70 4.710e+36 9.51e-06  18564 
triHPacyl.mtmtppmmmu 8.398e+43 9.96  9.96  4.697e+36 9.48e-06  18565 
triHPacyl.tpptpmtpmu 1.050e+45 11.46 11.46 4.681e+36 9.45e-06  18566 
triHPacyl.mptmpmtppu 6.391e+43 9.80  9.80  4.677e+36 9.44e-06  18567 
triHPacyl.ttmpmmmmpu 6.102e+43 9.77  9.77  4.665e+36 9.42e-06  18568 
triHPacyl.mptppmmmpu 1.617e+44 10.35 10.35 4.664e+36 9.41e-06  18569 
triHPacyl.pmtppttppu 3.107e+44 10.74 10.74 4.658e+36 9.4e-06   18570 
triHPacyl.mmmpmtmppu 1.082e+43 8.74  8.74  4.648e+36 9.38e-06  18571 
triHPacyl.ttttmtmmmu 3.776e+44 10.87 10.87 4.580e+36 9.24e-06  18572 
triHPacyl.ttptpttmpu 9.502e+43 10.05 10.05 4.569e+36 9.22e-06  18573 
triHPacyl.tpmtmmtppu 2.048e+44 10.50 10.50 4.566e+36 9.22e-06  18574 
triHPacyl.pppmmppmmu 8.076e+43 9.95  9.95  4.555e+36 9.19e-06  18575 
triHPacyl.tmmppptmpu 3.868e+43 9.51  9.51  4.554e+36 9.19e-06  18576 
triHPacyl.tmpmmmmpmu 4.763e+43 9.64  9.64  4.550e+36 9.18e-06  18577 
triHPacyl.ptmtmmtppu 5.177e+44 11.06 11.06 4.543e+36 9.17e-06  18578 
triHPacyl.pmpppttmpu 3.674e+44 10.87 10.87 4.466e+36 9.01e-06  18579 
triHPacyl.mpmmpmpppu 4.309e+43 9.59  9.59  4.431e+36 8.94e-06  18580 
triHPacyl.pptpmmmppu 4.436e+43 9.61  9.61  4.429e+36 8.94e-06  18581 
triHPacyl.mptppmtpmu 1.228e+44 10.22 10.22 4.415e+36 8.91e-06  18582 
triHPacyl.ttmpmmpppu 2.403e+43 9.25  9.25  4.400e+36 8.88e-06  18583 
triHPacyl.tmttpttpmu 8.548e+44 11.38 11.38 4.397e+36 8.87e-06  18584 
triHPacyl.mmtmmpmppu 6.938e+43 9.88  9.88  4.390e+36 8.86e-06  18585 
triHPacyl.ppmmmmppmu 9.585e+43 10.08 10.08 4.381e+36 8.84e-06  18586 
triHPacyl.ptptmptpmu 3.442e+44 10.85 10.85 4.323e+36 8.73e-06  18587 
triHPacyl.ttmpmttmpu 2.363e+43 9.27  9.27  4.154e+36 8.38e-06  18588 
triHPacyl.mpppmmtmpu 4.827e+44 11.08 11.08 4.097e+36 8.27e-06  18589 
triHPacyl.ttttptppmu 1.778e+44 10.49 10.49 4.088e+36 8.25e-06  18590 
triHPacyl.mtpmpmtppu 4.969e+43 9.74  9.74  4.018e+36 8.11e-06  18591 
triHPacyl.ppmpmtmmpu 6.588e+43 9.91  9.91  4.007e+36 8.09e-06  18592 
triHPacyl.ppmtmmppmu 8.997e+43 10.09 10.09 4.007e+36 8.09e-06  18593 
triHPacyl.mtptpmmmmu 5.631e+44 11.19 11.19 4.001e+36 8.07e-06  18594 
triHPacyl.tmptpppmmu 4.218e+44 11.01 11.01 3.998e+36 8.07e-06  18595 
triHPacyl.mptmmmtppu 1.396e+44 10.36 10.36 3.941e+36 7.95e-06  18596 
triHPacyl.pmpppmtmpu 2.288e+44 10.66 10.66 3.929e+36 7.93e-06  18597 
triHPacyl.mtmtpttppu 6.380e+44 11.27 11.27 3.906e+36 7.88e-06  18598 
triHPacyl.mtppptmppu 1.875e+44 10.55 10.55 3.899e+36 7.87e-06  18599 
triHPacyl.mpttmmpmmu 2.353e+44 10.68 10.68 3.886e+36 7.84e-06  18600 
triHPacyl.ttttmmtppu 4.250e+44 11.04 11.04 3.868e+36 7.81e-06  18601 
triHPacyl.mmptmmmppu 2.616e+44 10.75 10.75 3.844e+36 7.76e-06  18602 
triHPacyl.mtmmmmtppu 3.443e+44 10.92 10.92 3.821e+36 7.71e-06  18603 
triHPacyl.mpmmpmppmu 2.204e+43 9.28  9.28  3.814e+36 7.7e-06   18604 
triHPacyl.mtmtmmmpmu 3.069e+44 10.86 10.86 3.780e+36 7.63e-06  18605 
triHPacyl.ttmtpmtppu 6.572e+44 11.31 11.31 3.770e+36 7.61e-06  18606 
triHPacyl.mtmpptppmu 4.234e+43 9.68  9.68  3.754e+36 7.58e-06  18607 
triHPacyl.mpptmmmppu 1.473e+44 10.43 10.43 3.708e+36 7.48e-06  18608 
triHPacyl.mmmpmtpmpu 3.155e+43 9.51  9.51  3.700e+36 7.47e-06  18609 
triHPacyl.tmtpptmppu 1.159e+44 10.29 10.29 3.678e+36 7.42e-06  18610 
triHPacyl.tmttppmmpu 4.705e+44 11.13 11.13 3.672e+36 7.41e-06  18611 
triHPacyl.tmptpttmpu 8.843e+44 11.51 11.51 3.661e+36 7.39e-06  18612 
triHPacyl.tmmmppmppu 6.732e+43 9.97  9.97  3.645e+36 7.36e-06  18613 
triHPacyl.mtptmmpmmu 1.536e+44 10.47 10.47 3.617e+36 7.3e-06   18614 
triHPacyl.tttppmmmmu 1.067e+44 10.26 10.26 3.591e+36 7.25e-06  18615 
triHPacyl.tmmpptmppu 1.373e+43 9.04  9.04  3.578e+36 7.22e-06  18616 
triHPacyl.ttmtpttppu 5.663e+44 11.26 11.26 3.567e+36 7.2e-06   18617 
triHPacyl.pmptpmtpmu 2.429e+45 12.13 12.13 3.561e+36 7.19e-06  18618 
triHPacyl.ppmtpttppu 1.261e+45 11.74 11.74 3.557e+36 7.18e-06  18619 
triHPacyl.tmmppppppu 3.943e+43 9.67  9.67  3.552e+36 7.17e-06  18620 
triHPacyl.mtmmpmmmmu 1.176e+44 10.33 10.33 3.497e+36 7.06e-06  18621 
triHPacyl.mmmtmmtppu 7.607e+44 11.45 11.45 3.478e+36 7.02e-06  18622 
triHPacyl.pmpppttppu 4.211e+44 11.10 11.10 3.451e+36 6.97e-06  18623 
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triHPacyl.tpptpmtmmu 1.229e+45 11.74 11.74 3.422e+36 6.91e-06  18624 
triHPacyl.mttmmttmpu 6.138e+43 9.96  9.96  3.408e+36 6.88e-06  18625 
triHPacyl.mpmmmmmmpu 2.398e+43 9.40  9.40  3.393e+36 6.85e-06  18626 
triHPacyl.mtmppttmmu 7.369e+43 10.07 10.07 3.382e+36 6.83e-06  18627 
triHPacyl.tmtmpptpmu 7.583e+44 11.47 11.47 3.366e+36 6.79e-06  18628 
triHPacyl.ppptmmmmpu 8.774e+43 10.19 10.19 3.315e+36 6.69e-06  18629 
triHPacyl.mtpmpppppu 3.537e+43 9.65  9.65  3.313e+36 6.69e-06  18630 
triHPacyl.mtmpmpmppu 1.821e+44 10.63 10.63 3.303e+36 6.67e-06  18631 
triHPacyl.mptpmmpppu 1.633e+44 10.57 10.57 3.284e+36 6.63e-06  18632 
triHPacyl.pmtppptppu 9.330e+43 10.23 10.23 3.278e+36 6.62e-06  18633 
triHPacyl.mptpmmtpmu 2.263e+44 10.77 10.77 3.251e+36 6.56e-06  18634 
triHPacyl.mtpmppmmmu 3.207e+43 9.61  9.61  3.225e+36 6.51e-06  18635 
triHPacyl.mttmmmpmmu 1.571e+44 10.55 10.55 3.220e+36 6.5e-06   18636 
triHPacyl.mttmmmtmpu 8.149e+43 10.17 10.17 3.196e+36 6.45e-06  18637 
triHPacyl.mptpmtmmmu 6.570e+43 10.04 10.04 3.168e+36 6.39e-06  18638 
triHPacyl.mtptmppmmu 9.500e+43 10.26 10.26 3.166e+36 6.39e-06  18639 
triHPacyl.mpmtpttpmu 4.938e+44 11.25 11.25 3.165e+36 6.39e-06  18640 
triHPacyl.ttptpttpmu 8.586e+44 11.59 11.59 3.118e+36 6.29e-06  18641 
triHPacyl.ttmmpmppmu 1.077e+44 10.35 10.35 3.105e+36 6.27e-06  18642 
triHPacyl.mpttmttmpu 2.196e+44 10.78 10.78 3.097e+36 6.25e-06  18643 
triHPacyl.ptmmmmpmmu 5.019e+43 9.90  9.90  3.082e+36 6.22e-06  18644 
triHPacyl.ptmpmttmpu 2.905e+43 9.58  9.58  3.073e+36 6.2e-06   18645 
triHPacyl.mtttpmpmmu 1.411e+44 10.52 10.52 3.051e+36 6.16e-06  18646 
triHPacyl.ttmtpmmmmu 1.422e+44 10.53 10.53 3.041e+36 6.14e-06  18647 
triHPacyl.mtpppptppu 2.006e+44 10.74 10.74 3.009e+36 6.07e-06  18648 
triHPacyl.mtmtptpmpu 8.460e+43 10.23 10.23 3.005e+36 6.07e-06  18649 
triHPacyl.ttttpmmpmu 2.426e+44 10.86 10.86 2.961e+36 5.98e-06  18650 
triHPacyl.ttpppttmpu 4.894e+44 11.28 11.28 2.953e+36 5.96e-06  18651 
triHPacyl.pmptptpmmu 1.025e+44 10.35 10.35 2.935e+36 5.92e-06  18652 
triHPacyl.tttmpmmmmu 4.468e+44 11.23 11.23 2.931e+36 5.92e-06  18653 
triHPacyl.ptptmmtpmu 4.746e+44 11.27 11.27 2.913e+36 5.88e-06  18654 
triHPacyl.tpmppmpmpu 2.640e+43 9.56  9.56  2.879e+36 5.81e-06  18655 
triHPacyl.mmttmttpmu 1.449e+45 11.95 11.95 2.864e+36 5.78e-06  18656 
triHPacyl.mtptpttmpu 8.631e+43 10.27 10.27 2.844e+36 5.74e-06  18657 
triHPacyl.ttmtpttmpu 3.638e+44 11.13 11.13 2.839e+36 5.73e-06  18658 
triHPacyl.ppttmmtpmu 8.644e+44 11.65 11.65 2.829e+36 5.71e-06  18659 
triHPacyl.ppmmptppmu 1.537e+43 9.25  9.25  2.792e+36 5.63e-06  18660 
triHPacyl.mtmpptpmpu 1.331e+44 10.54 10.54 2.788e+36 5.63e-06  18661 
triHPacyl.mtmpppmmpu 1.745e+44 10.70 10.70 2.782e+36 5.62e-06  18662 
triHPacyl.tmptptmmpu 1.807e+45 12.11 12.11 2.738e+36 5.53e-06  18663 
triHPacyl.pmttmmmmmu 1.057e+45 11.79 11.79 2.708e+36 5.47e-06  18664 
triHPacyl.ttmtpmtmmu 4.009e+44 11.22 11.22 2.703e+36 5.46e-06  18665 
triHPacyl.tpttpmtppu 1.662e+45 12.07 12.07 2.688e+36 5.43e-06  18666 
triHPacyl.mmtmmptpmu 9.139e+44 11.71 11.71 2.676e+36 5.4e-06   18667 
triHPacyl.mpptpmpppu 1.764e+44 10.74 10.74 2.663e+36 5.37e-06  18668 
triHPacyl.mpptpttppu 1.715e+44 10.72 10.72 2.655e+36 5.36e-06  18669 
triHPacyl.mtpmpptmpu 4.343e+43 9.90  9.90  2.650e+36 5.35e-06  18670 
triHPacyl.tttppmpmmu 5.755e+43 10.07 10.07 2.638e+36 5.33e-06  18671 
triHPacyl.mtttmtpmpu 1.845e+44 10.77 10.77 2.630e+36 5.31e-06  18672 
triHPacyl.ttmppmtppu 8.826e+43 10.33 10.33 2.613e+36 5.27e-06  18673 
triHPacyl.mttppmtpmu 9.783e+43 10.40 10.40 2.601e+36 5.25e-06  18674 
triHPacyl.ptmpptmmpu 8.505e+43 10.33 10.33 2.556e+36 5.16e-06  18675 
triHPacyl.mtmmmttppu 1.528e+44 10.68 10.68 2.550e+36 5.15e-06  18676 
triHPacyl.ttpmpmpmpu 4.908e+43 10.00 10.00 2.543e+36 5.13e-06  18677 
triHPacyl.mtttmtmppu 1.429e+44 10.64 10.64 2.541e+36 5.13e-06  18678 
triHPacyl.mpmtpmtmmu 1.232e+44 10.55 10.55 2.527e+36 5.1e-06   18679 
triHPacyl.pmttmtmpmu 1.397e+44 10.63 10.63 2.511e+36 5.07e-06  18680 
triHPacyl.tmmtpttppu 8.127e+44 11.69 11.69 2.476e+36 5e-06     18681 
triHPacyl.tpmpmttmpu 1.215e+44 10.56 10.56 2.465e+36 4.98e-06  18682 
triHPacyl.pmmppmpmpu 1.013e+43 9.08  9.08  2.459e+36 4.96e-06  18683 
triHPacyl.tpttpttpmu 2.677e+44 11.04 11.04 2.422e+36 4.89e-06  18684 
triHPacyl.tpttpmtmpu 3.218e+44 11.16 11.16 2.400e+36 4.84e-06  18685 
triHPacyl.tpmpmtpppu 7.939e+43 10.32 10.32 2.396e+36 4.84e-06  18686 
triHPacyl.pptmmmmmpu 3.514e+43 9.84  9.84  2.382e+36 4.81e-06  18687 
triHPacyl.tpmtmmmmpu 8.163e+43 10.34 10.34 2.379e+36 4.8e-06   18688 
triHPacyl.mpmtptmmpu 1.223e+44 10.59 10.59 2.377e+36 4.8e-06   18689 
triHPacyl.mmtpmtmppu 1.171e+44 10.56 10.56 2.364e+36 4.77e-06  18690 
triHPacyl.mttpmmppmu 5.885e+43 10.15 10.15 2.361e+36 4.77e-06  18691 
triHPacyl.ttpmpmtppu 1.066e+44 10.51 10.51 2.358e+36 4.76e-06  18692 
triHPacyl.ttttmttpmu 4.203e+44 11.33 11.33 2.351e+36 4.74e-06  18693 
triHPacyl.mttmmmpmpu 5.109e+43 10.07 10.07 2.349e+36 4.74e-06  18694 
triHPacyl.pmttmtpmmu 3.104e+44 11.15 11.15 2.336e+36 4.71e-06  18695 
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triHPacyl.pmptmmmmpu 2.388e+44 11.00 11.00 2.323e+36 4.69e-06  18696 
triHPacyl.tttmptmmpu 1.135e+44 10.56 10.56 2.320e+36 4.68e-06  18697 
triHPacyl.ppttptmmpu 3.220e+44 11.18 11.18 2.313e+36 4.67e-06  18698 
triHPacyl.ttpmpppppu 9.142e+43 10.43 10.43 2.301e+36 4.64e-06  18699 
triHPacyl.mttmmtppmu 8.326e+43 10.38 10.38 2.284e+36 4.61e-06  18700 
triHPacyl.ppmppmppmu 7.136e+42 8.93  8.93  2.236e+36 4.51e-06  18701 
triHPacyl.mtmtpmpppu 9.572e+43 10.48 10.48 2.231e+36 4.5e-06   18702 
triHPacyl.mtttmmmpmu 2.086e+44 10.95 10.95 2.210e+36 4.46e-06  18703 
triHPacyl.ttmmpptpmu 3.961e+44 11.33 11.33 2.193e+36 4.43e-06  18704 
triHPacyl.mtpmmppmpu 2.329e+43 9.65  9.65  2.189e+36 4.42e-06  18705 
triHPacyl.mtpmpptppu 3.351e+43 9.87  9.87  2.163e+36 4.37e-06  18706 
triHPacyl.tpmpmttppu 1.504e+44 10.77 10.77 2.158e+36 4.36e-06  18707 
triHPacyl.ttptpmtppu 3.693e+44 11.31 11.31 2.122e+36 4.28e-06  18708 
triHPacyl.tptmpmppmu 2.498e+44 11.08 11.08 2.120e+36 4.28e-06  18709 
triHPacyl.mmptmtpmpu 2.389e+44 11.06 11.06 2.112e+36 4.26e-06  18710 
triHPacyl.mptmpmtpmu 1.910e+44 10.92 10.92 2.105e+36 4.25e-06  18711 
triHPacyl.ttpmptmmpu 6.455e+43 10.29 10.29 2.060e+36 4.16e-06  18712 
triHPacyl.mmppmtpppu 1.072e+44 10.60 10.60 2.044e+36 4.13e-06  18713 
triHPacyl.mmttmtmppu 1.437e+44 10.77 10.77 2.035e+36 4.11e-06  18714 
triHPacyl.ttttpmmppu 3.025e+44 11.22 11.22 2.019e+36 4.07e-06  18715 
triHPacyl.mmppmttmpu 6.995e+44 11.73 11.73 2.002e+36 4.04e-06  18716 
triHPacyl.mtmtpmmmmu 4.592e+44 11.48 11.48 1.991e+36 4.02e-06  18717 
triHPacyl.tpmpmmtmpu 7.191e+43 10.38 10.38 1.983e+36 4e-06     18718 
triHPacyl.ptmpmmtmpu 8.296e+43 10.46 10.46 1.981e+36 4e-06     18719 
triHPacyl.mmptmppmpu 2.479e+44 11.12 11.12 1.980e+36 4e-06     18720 
triHPacyl.pptmmmtpmu 3.206e+44 11.27 11.27 1.975e+36 3.99e-06  18721 
triHPacyl.ppttmmmmmu 1.227e+44 10.70 10.70 1.972e+36 3.98e-06  18722 
triHPacyl.tmmmpmpmmu 5.091e+43 10.18 10.18 1.963e+36 3.96e-06  18723 
triHPacyl.ptttmmtppu 2.910e+44 11.22 11.22 1.954e+36 3.94e-06  18724 
triHPacyl.ttmtpmmpmu 3.237e+44 11.28 11.28 1.948e+36 3.93e-06  18725 
triHPacyl.ttpppmtppu 2.946e+44 11.23 11.23 1.946e+36 3.93e-06  18726 
triHPacyl.ttmpppmpmu 1.825e+44 10.95 10.95 1.937e+36 3.91e-06  18727 
triHPacyl.pmpppmtmmu 1.356e+44 10.78 10.78 1.911e+36 3.86e-06  18728 
triHPacyl.ppmpmtpmpu 2.294e+43 9.72  9.72  1.890e+36 3.82e-06  18729 
triHPacyl.pmttpttpmu 1.285e+45 12.12 12.12 1.889e+36 3.81e-06  18730 
triHPacyl.mpttmtpmpu 2.117e+44 11.05 11.05 1.883e+36 3.8e-06   18731 
triHPacyl.tpmpmmpppu 5.367e+43 10.23 10.23 1.881e+36 3.8e-06   18732 
triHPacyl.tpmpmmtppu 1.145e+44 10.69 10.69 1.877e+36 3.79e-06  18733 
triHPacyl.mtttmtpmmu 7.861e+43 10.46 10.46 1.874e+36 3.78e-06  18734 
triHPacyl.ttttptpmmu 1.588e+44 10.88 10.88 1.872e+36 3.78e-06  18735 
triHPacyl.tpptptmmmu 2.099e+44 11.06 11.06 1.828e+36 3.69e-06  18736 
triHPacyl.tptpptmppu 1.679e+44 10.93 10.93 1.820e+36 3.67e-06  18737 
triHPacyl.ttpmpptmpu 1.281e+44 10.77 10.77 1.815e+36 3.66e-06  18738 
triHPacyl.mtmpmtmmpu 5.167e+43 10.24 10.24 1.798e+36 3.63e-06  18739 
triHPacyl.pptpmppmpu 9.780e+43 10.62 10.62 1.793e+36 3.62e-06  18740 
triHPacyl.tpmmmttpmu 2.030e+44 11.07 11.07 1.763e+36 3.56e-06  18741 
triHPacyl.tpmppmmppu 2.011e+43 9.69  9.69  1.763e+36 3.56e-06  18742 
triHPacyl.tmptptmpmu 1.517e+44 10.89 10.89 1.760e+36 3.55e-06  18743 
triHPacyl.ttmmmtpmmu 4.734e+43 10.20 10.20 1.754e+36 3.54e-06  18744 
triHPacyl.mttpmtmppu 1.155e+44 10.73 10.73 1.754e+36 3.54e-06  18745 
triHPacyl.ttmppttmpu 4.757e+43 10.21 10.21 1.742e+36 3.52e-06  18746 
triHPacyl.mtptpttppu 1.868e+44 11.03 11.03 1.722e+36 3.48e-06  18747 
triHPacyl.mmtpptmppu 1.301e+44 10.81 10.81 1.721e+36 3.47e-06  18748 
triHPacyl.ppmmpmppmu 1.122e+43 9.35  9.35  1.721e+36 3.47e-06  18749 
triHPacyl.mpmtpppppu 3.588e+43 10.05 10.05 1.710e+36 3.45e-06  18750 
triHPacyl.mttmpmtppu 7.370e+43 10.49 10.49 1.692e+36 3.41e-06  18751 
triHPacyl.mtttpmpmpu 1.728e+44 10.99 10.99 1.691e+36 3.41e-06  18752 
triHPacyl.mmttpmmmpu 8.973e+44 11.98 11.98 1.669e+36 3.37e-06  18753 
triHPacyl.ttmmppmmmu 2.192e+44 11.15 11.15 1.657e+36 3.34e-06  18754 
triHPacyl.tmttpttppu 7.538e+44 11.89 11.89 1.651e+36 3.33e-06  18755 
triHPacyl.pmmppmmppu 9.457e+42 9.28  9.28  1.650e+36 3.33e-06  18756 
triHPacyl.tmptpttppu 7.652e+44 11.90 11.90 1.634e+36 3.3e-06   18757 
triHPacyl.mmtpmttppu 3.313e+44 11.40 11.40 1.631e+36 3.29e-06  18758 
triHPacyl.mtmpmmmpmu 2.521e+44 11.24 11.24 1.628e+36 3.29e-06  18759 
triHPacyl.ttmppmmppu 1.578e+44 10.97 10.97 1.620e+36 3.27e-06  18760 
triHPacyl.tpmmpmmpmu 3.271e+43 10.03 10.03 1.609e+36 3.25e-06  18761 
triHPacyl.mpttmttmmu 2.013e+44 11.12 11.12 1.606e+36 3.24e-06  18762 
triHPacyl.ttttpmtmmu 2.698e+44 11.29 11.29 1.603e+36 3.24e-06  18763 
triHPacyl.mtmtptmpmu 6.421e+43 10.44 10.44 1.600e+36 3.23e-06  18764 
triHPacyl.mptpmmpmpu 1.624e+44 10.99 10.99 1.599e+36 3.23e-06  18765 
triHPacyl.mtmmmptmmu 1.596e+44 10.99 10.99 1.578e+36 3.19e-06  18766 
triHPacyl.ttttptpmpu 2.194e+44 11.18 11.18 1.570e+36 3.17e-06  18767 
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triHPacyl.mtptppmmmu 1.165e+44 10.80 10.80 1.570e+36 3.17e-06  18768 
triHPacyl.mtppmttppu 6.838e+44 11.86 11.86 1.561e+36 3.15e-06  18769 
triHPacyl.ptttmmtpmu 2.231e+44 11.19 11.19 1.560e+36 3.15e-06  18770 
triHPacyl.mmppmttppu 5.408e+44 11.73 11.73 1.542e+36 3.11e-06  18771 
triHPacyl.mpptpmppmu 1.438e+44 10.94 10.94 1.541e+36 3.11e-06  18772 
triHPacyl.mtmmmmtmmu 2.354e+44 11.24 11.24 1.527e+36 3.08e-06  18773 
triHPacyl.mtptppppmu 1.738e+44 11.06 11.06 1.522e+36 3.07e-06  18774 
triHPacyl.tpptptmmpu 3.482e+44 11.48 11.48 1.498e+36 3.02e-06  18775 
triHPacyl.mtmtpmmmpu 3.069e+44 11.41 11.41 1.494e+36 3.02e-06  18776 
triHPacyl.mtmmmttmmu 1.208e+44 10.86 10.86 1.486e+36 3e-06     18777 
triHPacyl.tptmppmmmu 7.989e+44 12.01 12.01 1.435e+36 2.9e-06   18778 
triHPacyl.mttmmmppmu 1.075e+44 10.81 10.81 1.432e+36 2.89e-06  18779 
triHPacyl.mtmmpmmpmu 1.230e+44 10.89 10.89 1.431e+36 2.89e-06  18780 
triHPacyl.mpmtptmmmu 6.003e+43 10.47 10.47 1.427e+36 2.88e-06  18781 
triHPacyl.mpptmttpmu 6.823e+44 11.92 11.92 1.425e+36 2.88e-06  18782 
triHPacyl.mpttpttmmu 7.587e+43 10.61 10.61 1.410e+36 2.85e-06  18783 
triHPacyl.mmppmppppu 3.890e+44 11.59 11.59 1.395e+36 2.82e-06  18784 
triHPacyl.pmttpmtpmu 6.565e+44 11.91 11.91 1.391e+36 2.81e-06  18785 
triHPacyl.ttmtptpppu 1.175e+44 10.89 10.89 1.374e+36 2.77e-06  18786 
triHPacyl.tpmmmtmmmu 5.764e+43 10.47 10.47 1.369e+36 2.76e-06  18787 
triHPacyl.ttmtpptppu 5.831e+44 11.85 11.85 1.355e+36 2.73e-06  18788 
triHPacyl.ttttptmmpu 7.181e+44 11.98 11.98 1.348e+36 2.72e-06  18789 
triHPacyl.tmppppmppu 1.413e+44 11.01 11.01 1.343e+36 2.71e-06  18790 
triHPacyl.mtppmptpmu 1.263e+44 10.95 10.95 1.326e+36 2.68e-06  18791 
triHPacyl.ttmppmmmpu 1.009e+44 10.82 10.82 1.323e+36 2.67e-06  18792 
triHPacyl.mpmmpppmmu 6.489e+43 10.56 10.56 1.318e+36 2.66e-06  18793 
triHPacyl.tpptpmtppu 9.220e+44 12.15 12.15 1.302e+36 2.63e-06  18794 
triHPacyl.ttmmmppmmu 6.050e+43 10.53 10.53 1.296e+36 2.62e-06  18795 
triHPacyl.tppppmmmpu 2.548e+44 11.39 11.39 1.277e+36 2.58e-06  18796 
triHPacyl.tpmmpmtmmu 3.826e+44 11.64 11.64 1.271e+36 2.57e-06  18797 
triHPacyl.mttmpmtpmu 2.768e+44 11.46 11.46 1.240e+36 2.5e-06   18798 
triHPacyl.tpmppmtpmu 8.949e+43 10.79 10.79 1.238e+36 2.5e-06   18799 
triHPacyl.ttmppptmmu 2.022e+44 11.27 11.27 1.238e+36 2.5e-06   18800 
triHPacyl.mpttpttpmu 2.539e+44 11.41 11.41 1.235e+36 2.49e-06  18801 
triHPacyl.pttpmmtppu 1.161e+44 10.95 10.95 1.230e+36 2.48e-06  18802 
triHPacyl.ppmtpptppu 4.122e+44 11.70 11.70 1.228e+36 2.48e-06  18803 
triHPacyl.ttttptmmmu 7.593e+44 12.07 12.07 1.216e+36 2.45e-06  18804 
triHPacyl.ttmmmmpmmu 4.538e+43 10.40 10.40 1.213e+36 2.45e-06  18805 
triHPacyl.ptpmppmmmu 1.140e+44 10.95 10.95 1.206e+36 2.43e-06  18806 
triHPacyl.tpptpmtmpu 1.268e+45 12.38 12.38 1.206e+36 2.43e-06  18807 
triHPacyl.mpptpmmmmu 1.085e+44 10.92 10.92 1.205e+36 2.43e-06  18808 
triHPacyl.tptppttppu 2.132e+44 11.32 11.32 1.203e+36 2.43e-06  18809 
triHPacyl.mtpmpmtpmu 6.823e+43 10.64 10.64 1.202e+36 2.43e-06  18810 
triHPacyl.tppmppmpmu 6.910e+43 10.65 10.65 1.202e+36 2.43e-06  18811 
triHPacyl.mtmpmmmppu 6.530e+43 10.62 10.62 1.196e+36 2.41e-06  18812 
triHPacyl.mmppmmpppu 1.813e+44 11.23 11.23 1.187e+36 2.4e-06   18813 
triHPacyl.pmttpttppu 1.870e+45 12.63 12.63 1.182e+36 2.39e-06  18814 
triHPacyl.mtptmtmpmu 1.970e+44 11.30 11.30 1.164e+36 2.35e-06  18815 
triHPacyl.mtttmmmppu 2.384e+44 11.41 11.41 1.153e+36 2.33e-06  18816 
triHPacyl.ttpmppmmpu 8.346e+43 10.79 10.79 1.153e+36 2.33e-06  18817 
triHPacyl.tpttppmpmu 3.140e+44 11.58 11.58 1.148e+36 2.32e-06  18818 
triHPacyl.ttmtppmmpu 5.421e+44 11.91 11.91 1.140e+36 2.3e-06   18819 
triHPacyl.mpttmmtmpu 2.548e+44 11.47 11.47 1.125e+36 2.27e-06  18820 
triHPacyl.mppmmttpmu 5.133e+44 11.89 11.89 1.111e+36 2.24e-06  18821 
triHPacyl.ppttmmmmpu 1.674e+44 11.23 11.23 1.107e+36 2.23e-06  18822 
triHPacyl.mtmmpmtpmu 3.435e+44 11.66 11.66 1.103e+36 2.23e-06  18823 
triHPacyl.tmpmptpmmu 6.952e+43 10.71 10.71 1.099e+36 2.22e-06  18824 
triHPacyl.mpttmmpmpu 4.173e+44 11.78 11.78 1.097e+36 2.21e-06  18825 
triHPacyl.mtppmmtpmu 2.380e+44 11.44 11.44 1.097e+36 2.21e-06  18826 
triHPacyl.tmpppptmpu 4.950e+44 11.89 11.89 1.085e+36 2.19e-06  18827 
triHPacyl.pmptpttmmu 6.236e+44 12.02 12.02 1.085e+36 2.19e-06  18828 
triHPacyl.mmtmmpmpmu 2.154e+44 11.40 11.40 1.075e+36 2.17e-06  18829 
triHPacyl.ttmtpmtpmu 4.726e+44 11.87 11.87 1.065e+36 2.15e-06  18830 
triHPacyl.pmptpmtmmu 4.446e+44 11.84 11.84 1.062e+36 2.14e-06  18831 
triHPacyl.tppppmmmmu 9.031e+44 12.26 12.26 1.053e+36 2.13e-06  18832 
triHPacyl.mtptpptmmu 3.342e+44 11.67 11.67 1.046e+36 2.11e-06  18833 
triHPacyl.tttpptpmpu 1.980e+44 11.37 11.37 1.034e+36 2.09e-06  18834 
triHPacyl.mpptmttppu 9.733e+43 10.95 10.95 1.033e+36 2.09e-06  18835 
triHPacyl.mptmmmppmu 2.993e+44 11.62 11.62 1.031e+36 2.08e-06  18836 
triHPacyl.mtmtpmmppu 7.111e+44 12.14 12.14 1.016e+36 2.05e-06  18837 
triHPacyl.tpttptppmu 5.099e+44 11.95 11.95 1.009e+36 2.04e-06  18838 
triHPacyl.tpttpmtmmu 2.711e+44 11.57 11.57 1.006e+36 2.03e-06  18839 
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triHPacyl.tmpppptppu 4.492e+44 11.87 11.87 1.005e+36 2.03e-06  18840 
triHPacyl.pmttmmpmmu 2.508e+44 11.53 11.53 9.978e+35 2.01e-06  18841 
triHPacyl.mpptmttmmu 8.677e+44 12.27 12.27 9.974e+35 2.01e-06  18842 
triHPacyl.ttmppttppu 7.744e+43 10.83 10.83 9.949e+35 2.01e-06  18843 
triHPacyl.mpmmmtpppu 3.512e+43 10.37 10.37 9.758e+35 1.97e-06  18844 
triHPacyl.mpttmmmpmu 1.260e+44 11.13 11.13 9.753e+35 1.97e-06  18845 
triHPacyl.mttmmttmmu 1.570e+44 11.27 11.27 9.740e+35 1.97e-06  18846 
triHPacyl.mpttpmmmmu 1.217e+44 11.12 11.12 9.671e+35 1.95e-06  18847 
triHPacyl.mtmppmmmmu 1.433e+44 11.22 11.22 9.598e+35 1.94e-06  18848 
triHPacyl.mtmppmtmpu 1.312e+44 11.17 11.17 9.545e+35 1.93e-06  18849 
triHPacyl.tpmmmmtpmu 1.184e+44 11.11 11.11 9.486e+35 1.91e-06  18850 
triHPacyl.mmppmtmppu 9.795e+43 11.00 11.00 9.477e+35 1.91e-06  18851 
triHPacyl.mpppmmmmpu 2.682e+44 11.60 11.60 9.475e+35 1.91e-06  18852 
triHPacyl.ttttpmppmu 1.614e+44 11.30 11.30 9.426e+35 1.9e-06   18853 
triHPacyl.ppmpmmpppu 3.837e+43 10.45 10.45 9.400e+35 1.9e-06   18854 
triHPacyl.mtmpppmmmu 4.585e+43 10.56 10.56 9.314e+35 1.88e-06  18855 
triHPacyl.tptmptmmpu 9.872e+43 11.02 11.02 9.288e+35 1.87e-06  18856 
triHPacyl.mttpmtpppu 5.243e+43 10.64 10.64 9.232e+35 1.86e-06  18857 
triHPacyl.mpttpmmmpu 1.948e+44 11.43 11.43 9.200e+35 1.86e-06  18858 
triHPacyl.mmtpmptppu 4.520e+44 11.93 11.93 9.162e+35 1.85e-06  18859 
triHPacyl.mpmtmtmppu 6.081e+43 10.74 10.74 9.139e+35 1.84e-06  18860 
triHPacyl.mtptmttppu 1.143e+44 11.12 11.12 9.131e+35 1.84e-06  18861 
triHPacyl.pmptptmpmu 6.708e+43 10.80 10.80 9.108e+35 1.84e-06  18862 
triHPacyl.tpmppttppu 7.397e+43 10.87 10.87 8.966e+35 1.81e-06  18863 
triHPacyl.ttpmpptmmu 8.285e+43 10.95 10.95 8.800e+35 1.78e-06  18864 
triHPacyl.tpmppmppmu 2.822e+43 10.31 10.31 8.754e+35 1.77e-06  18865 
triHPacyl.ttptpmtmmu 2.230e+45 12.91 12.91 8.731e+35 1.76e-06  18866 
triHPacyl.ppmtmmmmmu 1.229e+44 11.19 11.19 8.730e+35 1.76e-06  18867 
triHPacyl.mttmmmtmmu 2.151e+44 11.53 11.53 8.511e+35 1.72e-06  18868 
triHPacyl.tmptpttmmu 9.191e+44 12.40 12.40 8.472e+35 1.71e-06  18869 
triHPacyl.mtppmmppmu 2.143e+44 11.54 11.54 8.358e+35 1.69e-06  18870 
triHPacyl.mpmmpmmmmu 3.151e+43 10.41 10.41 8.281e+35 1.67e-06  18871 
triHPacyl.mtmtpttpmu 3.857e+44 11.91 11.91 8.187e+35 1.65e-06  18872 
triHPacyl.mttppmpmpu 9.584e+43 11.08 11.08 8.178e+35 1.65e-06  18873 
triHPacyl.ttmtpmppmu 6.932e+43 10.89 10.89 8.142e+35 1.64e-06  18874 
triHPacyl.mmpmptmmmu 8.956e+43 11.04 11.04 8.140e+35 1.64e-06  18875 
triHPacyl.ttmppptppu 7.393e+43 10.93 10.93 8.125e+35 1.64e-06  18876 
triHPacyl.pmmpptpmpu 1.566e+43 10.01 10.01 8.058e+35 1.63e-06  18877 
triHPacyl.ttptpppmmu 3.057e+44 11.79 11.79 7.933e+35 1.6e-06   18878 
triHPacyl.mmptmtpmmu 2.819e+44 11.74 11.74 7.907e+35 1.6e-06   18879 
triHPacyl.mpttpmtmpu 1.165e+44 11.22 11.22 7.808e+35 1.58e-06  18880 
triHPacyl.mttppptmmu 8.866e+43 11.06 11.06 7.725e+35 1.56e-06  18881 
triHPacyl.mpmtptpppu 6.120e+43 10.85 10.85 7.658e+35 1.55e-06  18882 
triHPacyl.mtptpmtppu 5.580e+44 12.17 12.17 7.648e+35 1.54e-06  18883 
triHPacyl.tmptptpppu 1.523e+44 11.40 11.40 7.557e+35 1.53e-06  18884 
triHPacyl.mpptmpmppu 1.012e+44 11.16 11.16 7.556e+35 1.53e-06  18885 
triHPacyl.mpptpmmmpu 8.100e+43 11.04 11.04 7.405e+35 1.49e-06  18886 
triHPacyl.tmptpttpmu 1.110e+45 12.60 12.60 7.358e+35 1.49e-06  18887 
triHPacyl.mmppmptmpu 8.672e+44 12.45 12.45 7.343e+35 1.48e-06  18888 
triHPacyl.mtmtptpmmu 9.603e+43 11.14 11.14 7.315e+35 1.48e-06  18889 
triHPacyl.tpptppmmpu 3.206e+44 11.86 11.86 7.293e+35 1.47e-06  18890 
triHPacyl.tttmpmmmpu 1.528e+44 11.42 11.42 7.284e+35 1.47e-06  18891 
triHPacyl.pptpmmmmpu 9.307e+43 11.13 11.13 7.247e+35 1.46e-06  18892 
triHPacyl.mptmmmmmmu 3.585e+44 11.94 11.94 7.222e+35 1.46e-06  18893 
triHPacyl.pmptpttpmu 9.105e+44 12.49 12.49 7.220e+35 1.46e-06  18894 
triHPacyl.mmptmptmpu 1.808e+45 12.92 12.92 6.999e+35 1.41e-06  18895 
triHPacyl.mpmtmtppmu 1.372e+43 10.01 10.01 6.992e+35 1.41e-06  18896 
triHPacyl.mtmtmtpmpu 8.068e+43 11.07 11.07 6.987e+35 1.41e-06  18897 
triHPacyl.tpmppttmpu 7.118e+43 11.00 11.00 6.871e+35 1.39e-06  18898 
triHPacyl.ttptpmtmpu 3.556e+44 11.96 11.96 6.865e+35 1.39e-06  18899 
triHPacyl.tpttptmmmu 4.765e+44 12.14 12.14 6.857e+35 1.38e-06  18900 
triHPacyl.ttmppptpmu 1.713e+44 11.54 11.54 6.733e+35 1.36e-06  18901 
triHPacyl.mtptpmtmmu 3.442e+44 11.96 11.96 6.698e+35 1.35e-06  18902 
triHPacyl.tttppmmppu 1.480e+44 11.46 11.46 6.619e+35 1.34e-06  18903 
triHPacyl.mmttmmtpmu 1.248e+45 12.75 12.75 6.458e+35 1.3e-06   18904 
triHPacyl.mmptmppmmu 2.960e+44 11.89 11.89 6.446e+35 1.3e-06   18905 
triHPacyl.mpttmtpppu 4.709e+44 12.17 12.17 6.431e+35 1.3e-06   18906 
triHPacyl.mtmppmpppu 4.498e+43 10.77 10.77 6.430e+35 1.3e-06   18907 
triHPacyl.mmmpmmpmpu 2.962e+43 10.52 10.52 6.412e+35 1.29e-06  18908 
triHPacyl.mtttpttpmu 2.808e+44 11.87 11.87 6.324e+35 1.28e-06  18909 
triHPacyl.mttpmtpmpu 6.702e+43 11.02 11.02 6.318e+35 1.28e-06  18910 
triHPacyl.tppmpmtpmu 1.014e+44 11.27 11.27 6.233e+35 1.26e-06  18911 
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triHPacyl.tmptpppppu 8.886e+43 11.19 11.19 6.232e+35 1.26e-06  18912 
triHPacyl.ttmpmtpppu 1.556e+43 10.16 10.16 6.218e+35 1.26e-06  18913 
triHPacyl.tppmpmtmmu 1.763e+44 11.61 11.61 6.195e+35 1.25e-06  18914 
triHPacyl.tmptpptmpu 9.556e+44 12.61 12.61 6.188e+35 1.25e-06  18915 
triHPacyl.tpmtpttppu 4.073e+44 12.11 12.11 6.153e+35 1.24e-06  18916 
triHPacyl.mtttmmpmmu 1.550e+44 11.54 11.54 6.123e+35 1.24e-06  18917 
triHPacyl.mpptpmtpmu 2.419e+44 11.81 11.81 6.056e+35 1.22e-06  18918 
triHPacyl.pmttpmtppu 7.048e+44 12.45 12.45 6.033e+35 1.22e-06  18919 
triHPacyl.pmppptpppu 1.673e+44 11.60 11.60 5.938e+35 1.2e-06   18920 
triHPacyl.mpttmtmmmu 2.339e+44 11.80 11.80 5.937e+35 1.2e-06   18921 
triHPacyl.mmptmttmpu 7.319e+44 12.48 12.48 5.884e+35 1.19e-06  18922 
triHPacyl.ttmtpmtmpu 3.824e+44 12.11 12.11 5.800e+35 1.17e-06  18923 
triHPacyl.mtttmtpppu 1.330e+44 11.48 11.48 5.797e+35 1.17e-06  18924 
triHPacyl.tmmmpmtpmu 5.838e+44 12.36 12.36 5.772e+35 1.16e-06  18925 
triHPacyl.mpptmttmpu 9.696e+43 11.30 11.30 5.732e+35 1.16e-06  18926 
triHPacyl.mmptmpmppu 6.567e+43 11.08 11.08 5.571e+35 1.12e-06  18927 
triHPacyl.tmtppptppu 2.015e+44 11.76 11.76 5.484e+35 1.11e-06  18928 
triHPacyl.mpmmpmtpmu 1.323e+44 11.51 11.51 5.479e+35 1.11e-06  18929 
triHPacyl.mmppmptppu 6.380e+44 12.45 12.45 5.435e+35 1.1e-06   18930 
triHPacyl.mmpmpmmpmu 1.329e+44 11.52 11.52 5.345e+35 1.08e-06  18931 
triHPacyl.mttpmmmppu 1.601e+44 11.64 11.64 5.328e+35 1.08e-06  18932 
triHPacyl.tmttppmpmu 2.232e+44 11.84 11.84 5.321e+35 1.07e-06  18933 
triHPacyl.tmptppmppu 5.919e+43 11.07 11.07 5.146e+35 1.04e-06  18934 
triHPacyl.tpmmmmmmmu 4.518e+43 10.91 10.91 5.122e+35 1.03e-06  18935 
triHPacyl.mptmmmmmpu 3.195e+44 12.08 12.08 5.105e+35 1.03e-06  18936 
triHPacyl.ppmtmmmmpu 1.491e+44 11.62 11.62 5.105e+35 1.03e-06  18937 
triHPacyl.mtmtpmtppu 4.523e+44 12.29 12.29 5.038e+35 1.02e-06  18938 
triHPacyl.mptpmtmmpu 1.142e+44 11.47 11.47 5.011e+35 1.01e-06  18939 
triHPacyl.ttttpttpmu 6.740e+44 12.54 12.54 4.942e+35 9.97e-07  18940 
triHPacyl.ttmpmpmmpu 1.104e+44 11.47 11.47 4.885e+35 9.86e-07  18941 
triHPacyl.mpptpmtppu 2.568e+44 11.98 11.98 4.830e+35 9.75e-07  18942 
triHPacyl.ppmtpttpmu 2.484e+44 11.96 11.96 4.821e+35 9.73e-07  18943 
triHPacyl.ttmtptpmpu 1.262e+44 11.56 11.56 4.749e+35 9.58e-07  18944 
triHPacyl.mtttpttppu 3.078e+44 12.11 12.11 4.667e+35 9.42e-07  18945 
triHPacyl.tpmmpmpmmu 4.402e+43 10.95 10.95 4.663e+35 9.41e-07  18946 
triHPacyl.mpmtpmppmu 6.984e+43 11.23 11.23 4.637e+35 9.36e-07  18947 
triHPacyl.mtptpptpmu 1.772e+44 11.78 11.78 4.629e+35 9.34e-07  18948 
triHPacyl.mpptmtmmmu 1.912e+44 11.83 11.83 4.609e+35 9.3e-07   18949 
triHPacyl.tpttptmmpu 9.278e+44 12.77 12.77 4.608e+35 9.3e-07   18950 
triHPacyl.ppmppttppu 1.970e+44 11.85 11.85 4.592e+35 9.27e-07  18951 
triHPacyl.tpttpmmpmu 1.517e+44 11.71 11.71 4.500e+35 9.08e-07  18952 
triHPacyl.mttpmmpppu 1.652e+44 11.76 11.76 4.440e+35 8.96e-07  18953 
triHPacyl.mtmtpmpmpu 1.041e+44 11.50 11.50 4.400e+35 8.88e-07  18954 
triHPacyl.tttmpmpmpu 1.473e+44 11.72 11.72 4.302e+35 8.68e-07  18955 
triHPacyl.mmppmtmmpu 1.407e+44 11.71 11.71 4.172e+35 8.42e-07  18956 
triHPacyl.mtmtptmppu 2.650e+44 12.09 12.09 4.158e+35 8.39e-07  18957 
triHPacyl.mtptpmtpmu 3.146e+44 12.20 12.20 4.087e+35 8.25e-07  18958 
triHPacyl.tmttppmppu 5.525e+44 12.53 12.53 4.082e+35 8.24e-07  18959 
triHPacyl.ttptpmmmpu 1.732e+45 13.22 13.22 4.069e+35 8.21e-07  18960 
triHPacyl.mpttmmtmmu 1.871e+44 11.89 11.89 4.062e+35 8.2e-07   18961 
triHPacyl.mmmtmmmppu 1.371e+44 11.71 11.71 4.053e+35 8.18e-07  18962 
triHPacyl.ppmtptmmpu 1.187e+44 11.62 11.62 4.040e+35 8.15e-07  18963 
triHPacyl.ttttpmmmmu 4.875e+44 12.47 12.47 4.029e+35 8.13e-07  18964 
triHPacyl.mppmmttmmu 5.100e+44 12.50 12.50 3.965e+35 8e-07     18965 
triHPacyl.mpmtpmtpmu 5.476e+44 12.55 12.55 3.963e+35 8e-07     18966 
triHPacyl.tmptppmmpu 2.207e+45 13.39 13.39 3.875e+35 7.82e-07  18967 
triHPacyl.tpmtpttmpu 3.962e+44 12.38 12.38 3.794e+35 7.66e-07  18968 
triHPacyl.tptppmmmmu 1.393e+44 11.76 11.76 3.771e+35 7.61e-07  18969 
triHPacyl.ppmppttmpu 1.237e+44 11.70 11.70 3.736e+35 7.54e-07  18970 
triHPacyl.mptpmmmmmu 1.048e+44 11.60 11.60 3.730e+35 7.53e-07  18971 
triHPacyl.tttmpmpmmu 1.596e+44 11.86 11.86 3.656e+35 7.38e-07  18972 
triHPacyl.mmttmptppu 1.299e+45 13.12 13.12 3.603e+35 7.27e-07  18973 
triHPacyl.pmptppmpmu 9.775e+43 11.59 11.59 3.547e+35 7.16e-07  18974 
triHPacyl.ppmppptppu 1.385e+44 11.80 11.80 3.491e+35 7.05e-07  18975 
triHPacyl.ttmpppmmpu 7.292e+43 11.42 11.42 3.474e+35 7.01e-07  18976 
triHPacyl.mmpmpmmmmu 9.411e+43 11.59 11.59 3.398e+35 6.86e-07  18977 
triHPacyl.tpmtptppmu 1.451e+44 11.86 11.86 3.352e+35 6.77e-07  18978 
triHPacyl.mpttmtmmpu 3.747e+44 12.43 12.43 3.310e+35 6.68e-07  18979 
triHPacyl.ppmppptmpu 7.292e+43 11.45 11.45 3.307e+35 6.67e-07  18980 
triHPacyl.tpmtpttmmu 2.558e+44 12.20 12.20 3.304e+35 6.67e-07  18981 
triHPacyl.pmptptppmu 9.125e+44 12.97 12.97 3.276e+35 6.61e-07  18982 
triHPacyl.mttpmttmpu 2.331e+44 12.17 12.17 3.174e+35 6.41e-07  18983 
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triHPacyl.tmmtpmtppu 8.957e+44 12.97 12.97 3.171e+35 6.4e-07   18984 
triHPacyl.mtmtpmtpmu 6.914e+44 12.82 12.82 3.160e+35 6.38e-07  18985 
triHPacyl.ttmpmtmmpu 8.533e+43 11.59 11.59 3.068e+35 6.19e-07  18986 
triHPacyl.ttmppmtmpu 5.097e+43 11.28 11.28 3.068e+35 6.19e-07  18987 
triHPacyl.mtttmmpppu 1.334e+44 11.86 11.86 3.055e+35 6.17e-07  18988 
triHPacyl.mmptmttppu 7.312e+44 12.88 12.88 3.038e+35 6.13e-07  18989 
triHPacyl.ttptmmmmpu 3.361e+44 12.42 12.42 3.010e+35 6.08e-07  18990 
triHPacyl.ppmpmppmpu 1.552e+43 10.59 10.59 3.000e+35 6.05e-07  18991 
triHPacyl.mtmtpmmpmu 1.426e+44 11.92 11.92 2.972e+35 6e-07     18992 
triHPacyl.mpptmtmmpu 2.461e+44 12.25 12.25 2.946e+35 5.95e-07  18993 
triHPacyl.mtttmmpmpu 2.036e+44 12.14 12.14 2.933e+35 5.92e-07  18994 
triHPacyl.mmptmtpppu 5.572e+43 11.37 11.37 2.927e+35 5.91e-07  18995 
triHPacyl.mmptmttmmu 1.259e+45 13.23 13.23 2.890e+35 5.83e-07  18996 
triHPacyl.mpttpmtmmu 1.219e+44 11.84 11.84 2.876e+35 5.8e-07   18997 
triHPacyl.tpttpmpppu 3.662e+44 12.51 12.51 2.809e+35 5.67e-07  18998 
triHPacyl.pmptmmmppu 7.436e+43 11.57 11.57 2.793e+35 5.64e-07  18999 
triHPacyl.mmptmppppu 1.109e+44 11.81 11.81 2.752e+35 5.55e-07  19000 
triHPacyl.ttttpmmmpu 5.557e+44 12.77 12.77 2.751e+35 5.55e-07  19001 
triHPacyl.mttpmmtmpu 1.642e+44 12.05 12.05 2.714e+35 5.48e-07  19002 
triHPacyl.tpttpmppmu 8.013e+44 13.01 13.01 2.683e+35 5.41e-07  19003 
triHPacyl.mpptmmtpmu 7.956e+44 13.01 13.01 2.670e+35 5.39e-07  19004 
triHPacyl.ttmpmppmpu 6.942e+43 11.55 11.55 2.668e+35 5.38e-07  19005 
triHPacyl.mpmtpmmmpu 1.879e+44 12.16 12.16 2.608e+35 5.26e-07  19006 
triHPacyl.tmttpptpmu 5.465e+44 12.80 12.80 2.584e+35 5.22e-07  19007 
triHPacyl.mpttmtppmu 5.064e+44 12.78 12.78 2.498e+35 5.04e-07  19008 
triHPacyl.mmpmmtppmu 8.731e+43 11.73 11.73 2.491e+35 5.03e-07  19009 
triHPacyl.mppmmppmmu 2.559e+43 11.00 11.00 2.478e+35 5e-07     19010 
triHPacyl.tmttpptppu 9.049e+44 13.13 13.13 2.467e+35 4.98e-07  19011 
triHPacyl.mtptmtpppu 4.208e+43 11.30 11.30 2.464e+35 4.97e-07  19012 
triHPacyl.ttptpptpmu 6.299e+44 12.91 12.91 2.462e+35 4.97e-07  19013 
triHPacyl.mtptmttpmu 9.288e+44 13.16 13.16 2.418e+35 4.88e-07  19014 
triHPacyl.ttptmmmmmu 2.759e+44 12.44 12.44 2.405e+35 4.85e-07  19015 
triHPacyl.mmptmptppu 1.428e+45 13.43 13.43 2.369e+35 4.78e-07  19016 
triHPacyl.mpmtmttmmu 2.423e+43 11.00 11.00 2.365e+35 4.77e-07  19017 
triHPacyl.mtttpmtpmu 3.791e+44 12.64 12.64 2.330e+35 4.7e-07   19018 
triHPacyl.mtmppmppmu 1.285e+44 12.00 12.00 2.316e+35 4.67e-07  19019 
triHPacyl.mpttpmtpmu 3.270e+44 12.57 12.57 2.270e+35 4.58e-07  19020 
triHPacyl.mpptmmtppu 9.966e+43 11.87 11.87 2.254e+35 4.55e-07  19021 
triHPacyl.ttmtpmpppu 2.191e+44 12.35 12.35 2.223e+35 4.49e-07  19022 
triHPacyl.tmmtpmmppu 1.654e+44 12.18 12.18 2.212e+35 4.46e-07  19023 
triHPacyl.mpptmmtmmu 7.919e+44 13.12 13.12 2.188e+35 4.42e-07  19024 
triHPacyl.mtmmmmtpmu 2.023e+44 12.31 12.31 2.174e+35 4.39e-07  19025 
triHPacyl.tpmmptppmu 6.095e+43 11.60 11.60 2.163e+35 4.37e-07  19026 
triHPacyl.mpptmmtmpu 1.000e+44 11.91 11.91 2.124e+35 4.29e-07  19027 
triHPacyl.ttttpttppu 5.617e+44 12.93 12.93 2.124e+35 4.29e-07  19028 
triHPacyl.tpmmpttpmu 2.866e+44 12.54 12.54 2.103e+35 4.24e-07  19029 
triHPacyl.tttppmmmpu 4.041e+44 12.76 12.76 2.060e+35 4.16e-07  19030 
triHPacyl.tpmppmtmpu 7.713e+43 11.78 11.78 2.033e+35 4.1e-07   19031 
triHPacyl.mmttmpmpmu 2.084e+44 12.37 12.37 2.032e+35 4.1e-07   19032 
triHPacyl.tpmppmtppu 8.984e+43 11.87 11.87 2.010e+35 4.06e-07  19033 
triHPacyl.tmptpptmmu 1.368e+45 13.51 13.51 1.980e+35 4e-07     19034 
triHPacyl.mtmppmtppu 2.304e+44 12.45 12.45 1.977e+35 3.99e-07  19035 
triHPacyl.mpmtmmppmu 1.476e+43 10.81 10.81 1.955e+35 3.95e-07  19036 
triHPacyl.mtmpptpmmu 3.649e+43 11.36 11.36 1.934e+35 3.9e-07   19037 
triHPacyl.tmptpptppu 7.509e+44 13.17 13.17 1.910e+35 3.85e-07  19038 
triHPacyl.mmpmmtpmmu 3.701e+43 11.38 11.38 1.895e+35 3.82e-07  19039 
triHPacyl.ttpmmmmmmu 1.177e+44 12.08 12.08 1.854e+35 3.74e-07  19040 
triHPacyl.mppmmptpmu 7.811e+44 13.21 13.21 1.847e+35 3.73e-07  19041 
triHPacyl.mtmppptmmu 1.259e+44 12.13 12.13 1.847e+35 3.73e-07  19042 
triHPacyl.mmmpmmmppu 1.488e+43 10.86 10.86 1.832e+35 3.7e-07   19043 
triHPacyl.pptpmmtppu 9.419e+44 13.34 13.34 1.805e+35 3.64e-07  19044 
triHPacyl.tpttpmtpmu 1.083e+45 13.42 13.42 1.804e+35 3.64e-07  19045 
triHPacyl.tpmtptmmpu 1.153e+44 12.09 12.09 1.803e+35 3.64e-07  19046 
triHPacyl.mpmmmtmpmu 2.299e+43 11.13 11.13 1.802e+35 3.64e-07  19047 
triHPacyl.mptpmmmppu 3.597e+45 14.14 14.14 1.800e+35 3.63e-07  19048 
triHPacyl.mtmtpmpmmu 2.097e+44 12.45 12.45 1.797e+35 3.63e-07  19049 
triHPacyl.mtmppmmppu 9.952e+43 12.00 12.00 1.792e+35 3.62e-07  19050 
triHPacyl.tmpmptppmu 9.556e+43 11.98 11.98 1.788e+35 3.61e-07  19051 
triHPacyl.mttppmtmmu 1.164e+44 12.10 12.10 1.786e+35 3.6e-07   19052 
triHPacyl.mtmtmtpmmu 1.097e+44 12.07 12.07 1.764e+35 3.56e-07  19053 
triHPacyl.pmtppmtppu 4.448e+44 12.93 12.93 1.702e+35 3.43e-07  19054 
triHPacyl.mpttmttpmu 2.280e+44 12.53 12.53 1.700e+35 3.43e-07  19055 
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triHPacyl.ppmmpttpmu 1.165e+44 12.15 12.15 1.645e+35 3.32e-07  19056 
triHPacyl.mtmtmttmmu 7.323e+43 11.87 11.87 1.639e+35 3.31e-07  19057 
triHPacyl.mpmtpmmmmu 1.145e+44 12.14 12.14 1.637e+35 3.3e-07   19058 
triHPacyl.mtpmmptppu 1.386e+44 12.26 12.26 1.623e+35 3.27e-07  19059 
triHPacyl.mmptmmtmmu 1.873e+45 13.81 13.81 1.621e+35 3.27e-07  19060 
triHPacyl.mtmppptppu 5.237e+43 11.68 11.68 1.618e+35 3.27e-07  19061 
triHPacyl.tmpmpttmmu 1.626e+44 12.38 12.38 1.549e+35 3.13e-07  19062 
triHPacyl.tmpmpmppmu 2.184e+44 12.56 12.56 1.546e+35 3.12e-07  19063 
triHPacyl.ppmpmmmmpu 3.301e+43 11.44 11.44 1.520e+35 3.07e-07  19064 
triHPacyl.mtmpmtppmu 5.579e+43 11.76 11.76 1.518e+35 3.06e-07  19065 
triHPacyl.ppmtpmmmpu 7.370e+43 11.93 11.93 1.492e+35 3.01e-07  19066 
triHPacyl.tpttppmmmu 7.369e+44 13.31 13.31 1.489e+35 3.01e-07  19067 
triHPacyl.ttptpmmmmu 7.214e+44 13.30 13.30 1.480e+35 2.99e-07  19068 
triHPacyl.mtmmmttpmu 3.854e+44 12.93 12.93 1.459e+35 2.95e-07  19069 
triHPacyl.mtmtmmpmpu 1.063e+44 12.17 12.17 1.458e+35 2.94e-07  19070 
triHPacyl.tpmppmmmmu 3.679e+43 11.54 11.54 1.448e+35 2.92e-07  19071 
triHPacyl.ttmtpmpmmu 7.573e+43 11.97 11.97 1.441e+35 2.91e-07  19072 
triHPacyl.mtptmtmmpu 5.961e+43 11.83 11.83 1.430e+35 2.89e-07  19073 
triHPacyl.mtmppttpmu 7.733e+43 11.99 11.99 1.427e+35 2.88e-07  19074 
triHPacyl.mpmmmttppu 1.217e+44 12.26 12.26 1.421e+35 2.87e-07  19075 
triHPacyl.tpmtptpppu 1.363e+44 12.33 12.33 1.411e+35 2.85e-07  19076 
triHPacyl.mtmppmpmpu 7.698e+43 12.00 12.00 1.394e+35 2.81e-07  19077 
triHPacyl.mtmmptpmmu 6.843e+43 11.93 11.93 1.392e+35 2.81e-07  19078 
triHPacyl.ttmtptpmmu 1.556e+44 12.42 12.42 1.390e+35 2.8e-07   19079 
triHPacyl.tpptpmmmmu 2.795e+44 12.78 12.78 1.370e+35 2.77e-07  19080 
triHPacyl.tmptppmpmu 2.659e+44 12.76 12.76 1.351e+35 2.73e-07  19081 
triHPacyl.mpttmmpppu 4.669e+44 13.11 13.11 1.316e+35 2.66e-07  19082 
triHPacyl.mppmmmtmmu 8.378e+44 13.46 13.46 1.306e+35 2.64e-07  19083 
triHPacyl.mpmtmtpmpu 1.488e+44 12.43 12.43 1.301e+35 2.63e-07  19084 
triHPacyl.tmpmpttpmu 1.859e+44 12.57 12.57 1.290e+35 2.6e-07   19085 
triHPacyl.tmmppmpmpu 2.495e+43 11.37 11.37 1.290e+35 2.6e-07   19086 
triHPacyl.ppmmpmtpmu 1.392e+44 12.43 12.43 1.232e+35 2.49e-07  19087 
triHPacyl.mptmmmtpmu 1.111e+45 13.67 13.67 1.224e+35 2.47e-07  19088 
triHPacyl.mpmtpmpppu 8.468e+43 12.16 12.16 1.167e+35 2.36e-07  19089 
triHPacyl.mtttmmtmpu 2.571e+44 12.83 12.83 1.157e+35 2.34e-07  19090 
triHPacyl.mpmtmmtmmu 3.189e+43 11.59 11.59 1.155e+35 2.33e-07  19091 
triHPacyl.mtttpmtppu 3.265e+44 12.98 12.98 1.142e+35 2.3e-07   19092 
triHPacyl.mmptmttpmu 8.786e+44 13.58 13.58 1.122e+35 2.26e-07  19093 
triHPacyl.mtptmttmpu 1.334e+44 12.46 12.46 1.119e+35 2.26e-07  19094 
triHPacyl.tmtpppmppu 1.425e+44 12.51 12.51 1.097e+35 2.21e-07  19095 
triHPacyl.mmptmtmpmu 1.665e+44 12.61 12.61 1.080e+35 2.18e-07  19096 
triHPacyl.tpttppmmpu 1.145e+45 13.77 13.77 1.061e+35 2.14e-07  19097 
triHPacyl.tmmppmmppu 1.611e+43 11.24 11.24 1.041e+35 2.1e-07   19098 
triHPacyl.mttpmmpmpu 1.153e+44 12.42 12.42 1.039e+35 2.1e-07   19099 
triHPacyl.mpmmmttmmu 5.127e+43 11.93 11.93 1.039e+35 2.1e-07   19100 
triHPacyl.mtttmttmpu 4.322e+44 13.22 13.22 1.011e+35 2.04e-07  19101 
triHPacyl.tptppmmppu 1.927e+44 12.75 12.75 9.987e+34 2.02e-07  19102 
triHPacyl.tpptpmmmpu 4.229e+44 13.23 13.23 9.784e+34 1.97e-07  19103 
triHPacyl.mmttmpmppu 2.516e+44 12.92 12.92 9.676e+34 1.95e-07  19104 
triHPacyl.ttptpptmmu 1.128e+45 13.84 13.84 9.383e+34 1.89e-07  19105 
triHPacyl.ttmppmpmpu 5.751e+43 12.07 12.07 9.325e+34 1.88e-07  19106 
triHPacyl.mpptmtppmu 4.119e+44 13.24 13.24 9.318e+34 1.88e-07  19107 
triHPacyl.mtmtppmppu 1.314e+44 12.57 12.57 9.202e+34 1.86e-07  19108 
triHPacyl.mmtpmpmppu 1.643e+44 12.71 12.71 9.018e+34 1.82e-07  19109 
triHPacyl.ttttpmtpmu 7.295e+44 13.61 13.61 8.914e+34 1.8e-07   19110 
triHPacyl.mtmmmptpmu 3.869e+44 13.25 13.25 8.656e+34 1.75e-07  19111 
triHPacyl.ttptppppmu 4.966e+44 13.40 13.40 8.642e+34 1.74e-07  19112 
triHPacyl.mtmtmmtpmu 2.761e+44 13.05 13.05 8.526e+34 1.72e-07  19113 
triHPacyl.tmpmpmpmmu 1.315e+44 12.61 12.61 8.521e+34 1.72e-07  19114 
triHPacyl.mtppmpmmmu 9.657e+43 12.43 12.43 8.462e+34 1.71e-07  19115 
triHPacyl.mtmtmptmmu 4.036e+44 13.30 13.30 8.240e+34 1.66e-07  19116 
triHPacyl.mtttptmpmu 4.135e+44 13.32 13.32 8.123e+34 1.64e-07  19117 
triHPacyl.mpttmmtppu 6.907e+44 13.64 13.64 7.997e+34 1.61e-07  19118 
triHPacyl.mptpmmmmpu 1.946e+44 12.89 12.89 7.869e+34 1.59e-07  19119 
triHPacyl.mtmmmtppmu 5.274e+43 12.12 12.12 7.834e+34 1.58e-07  19120 
triHPacyl.mmptmmtpmu 1.689e+45 14.19 14.19 7.711e+34 1.56e-07  19121 
triHPacyl.mtmpmmtmmu 3.414e+44 13.25 13.25 7.595e+34 1.53e-07  19122 
triHPacyl.ppmmptmmmu 3.270e+43 11.85 11.85 7.588e+34 1.53e-07  19123 
triHPacyl.mpttmmmmmu 3.224e+44 13.23 13.23 7.410e+34 1.5e-07   19124 
triHPacyl.mptpmtmppu 2.613e+44 13.11 13.11 7.357e+34 1.48e-07  19125 
triHPacyl.tptmpmmmpu 1.713e+44 12.87 12.87 7.210e+34 1.46e-07  19126 
triHPacyl.ttmppmpppu 3.691e+43 11.96 11.96 7.149e+34 1.44e-07  19127 
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triHPacyl.mpttmmtpmu 1.846e+45 14.30 14.30 7.055e+34 1.42e-07  19128 
triHPacyl.ttttpmtppu 1.000e+45 13.94 13.94 7.022e+34 1.42e-07  19129 
triHPacyl.ttttpmpmmu 1.948e+44 12.97 12.97 6.975e+34 1.41e-07  19130 
triHPacyl.ttmppppmpu 6.754e+43 12.34 12.34 6.967e+34 1.41e-07  19131 
triHPacyl.mtppmmmmmu 1.832e+44 12.94 12.94 6.824e+34 1.38e-07  19132 
triHPacyl.mpmtmmmppu 6.052e+43 12.29 12.29 6.745e+34 1.36e-07  19133 
triHPacyl.mmpmmmppmu 6.865e+43 12.39 12.39 6.465e+34 1.3e-07   19134 
triHPacyl.mmpmmttmmu 9.770e+43 12.60 12.60 6.461e+34 1.3e-07   19135 
triHPacyl.tmptpptpmu 9.457e+44 13.96 13.96 6.443e+34 1.3e-07   19136 
triHPacyl.mmppmpmppu 1.751e+44 12.96 12.96 6.357e+34 1.28e-07  19137 
triHPacyl.tpmmptmmmu 7.385e+43 12.46 12.46 6.225e+34 1.26e-07  19138 
triHPacyl.ttttpmpmpu 3.150e+44 13.33 13.33 6.151e+34 1.24e-07  19139 
triHPacyl.mtttmmppmu 1.976e+44 13.05 13.05 6.119e+34 1.24e-07  19140 
triHPacyl.tpmtpmtmpu 4.589e+44 13.56 13.56 6.082e+34 1.23e-07  19141 
triHPacyl.tpmtpmtppu 3.822e+44 13.45 13.45 6.077e+34 1.23e-07  19142 
triHPacyl.mtmpmttmpu 2.387e+43 11.82 11.82 5.843e+34 1.18e-07  19143 
triHPacyl.mtmtmmtmmu 5.912e+44 13.73 13.73 5.839e+34 1.18e-07  19144 
triHPacyl.mtmmmtpmmu 4.756e+43 12.25 12.25 5.665e+34 1.14e-07  19145 
triHPacyl.mpmmppmmmu 2.120e+44 13.18 13.18 5.273e+34 1.06e-07  19146 
triHPacyl.mpttmmppmu 4.944e+44 13.69 13.69 5.271e+34 1.06e-07  19147 
triHPacyl.mtttmttmmu 2.193e+44 13.20 13.20 5.270e+34 1.06e-07  19148 
triHPacyl.mpptmmmmmu 2.821e+44 13.36 13.36 5.226e+34 1.05e-07  19149 
triHPacyl.mtpmmmtppu 1.429e+44 12.98 12.98 5.031e+34 1.02e-07  19150 
triHPacyl.ttpmppmmmu 9.489e+43 12.74 12.74 4.989e+34 1.01e-07  19151 
triHPacyl.mtttpmmpmu 5.102e+44 13.74 13.74 4.972e+34 1e-07     19152 
triHPacyl.mtmpmmppmu 1.194e+44 12.88 12.88 4.948e+34 9.99e-08  19153 
triHPacyl.mmpmmmpmmu 9.677e+43 12.79 12.79 4.673e+34 9.43e-08  19154 
triHPacyl.tmpmppppmu 1.338e+44 12.99 12.99 4.609e+34 9.3e-08   19155 
triHPacyl.mtmmpppmmu 7.804e+43 12.67 12.67 4.581e+34 9.25e-08  19156 
triHPacyl.tpmtpmtmmu 2.751e+44 13.42 13.42 4.569e+34 9.22e-08  19157 
triHPacyl.mmpmmttpmu 7.884e+43 12.70 12.70 4.430e+34 8.94e-08  19158 
triHPacyl.mtttmmtmmu 2.707e+44 13.46 13.46 4.251e+34 8.58e-08  19159 
triHPacyl.mtpmmptmmu 7.349e+43 12.68 12.68 4.239e+34 8.56e-08  19160 
triHPacyl.tpmpptmmpu 2.373e+43 12.01 12.01 4.237e+34 8.55e-08  19161 
triHPacyl.mpttmmmmpu 5.297e+44 13.88 13.88 4.081e+34 8.24e-08  19162 
triHPacyl.mtmtmtppmu 1.081e+44 12.96 12.96 3.914e+34 7.9e-08   19163 
triHPacyl.mtmmmmppmu 1.033e+44 12.95 12.95 3.833e+34 7.74e-08  19164 
triHPacyl.tpmtpmppmu 1.602e+44 13.25 13.25 3.553e+34 7.17e-08  19165 
triHPacyl.ttptppmmmu 5.091e+44 13.96 13.96 3.467e+34 7e-08     19166 
triHPacyl.ppmmpmmmmu 2.523e+43 12.18 12.18 3.389e+34 6.84e-08  19167 
triHPacyl.tmpmptmmmu 8.369e+43 12.96 12.96 3.049e+34 6.15e-08  19168 
triHPacyl.mppmmtppmu 2.706e+44 13.66 13.66 3.006e+34 6.07e-08  19169 
triHPacyl.mtmtmmpmmu 1.675e+44 13.39 13.39 2.932e+34 5.92e-08  19170 
triHPacyl.ttmmptpmmu 5.850e+43 12.79 12.79 2.827e+34 5.71e-08  19171 
triHPacyl.tttppmpmpu 2.177e+44 13.57 13.57 2.818e+34 5.69e-08  19172 
triHPacyl.mppmmmtpmu 1.052e+44 13.16 13.16 2.716e+34 5.48e-08  19173 
triHPacyl.mttmmtmmmu 3.890e+44 13.95 13.95 2.661e+34 5.37e-08  19174 
triHPacyl.tpmpptpppu 3.827e+43 12.57 12.57 2.648e+34 5.35e-08  19175 
triHPacyl.mtmmpmpmmu 9.950e+43 13.16 13.16 2.592e+34 5.23e-08  19176 
triHPacyl.ppmtptppmu 6.553e+44 14.30 14.30 2.510e+34 5.07e-08  19177 
triHPacyl.mpptmmmmpu 2.789e+44 13.80 13.80 2.487e+34 5.02e-08  19178 
triHPacyl.tpmmpmtpmu 3.013e+44 13.87 13.87 2.380e+34 4.8e-08   19179 
triHPacyl.mmpmmtmmmu 5.621e+43 12.87 12.87 2.369e+34 4.78e-08  19180 
triHPacyl.mtmtmmmmpu 2.460e+44 13.76 13.76 2.341e+34 4.72e-08  19181 
triHPacyl.mpmmmmmpmu 3.286e+43 12.57 12.57 2.308e+34 4.66e-08  19182 
triHPacyl.mmpmmmtpmu 1.111e+44 13.29 13.29 2.297e+34 4.64e-08  19183 
triHPacyl.mttppttppu 3.460e+44 13.98 13.98 2.257e+34 4.55e-08  19184 
triHPacyl.mpmmmmtmmu 4.861e+43 12.83 12.83 2.194e+34 4.43e-08  19185 
triHPacyl.tpmmpmppmu 8.881e+43 13.22 13.22 2.076e+34 4.19e-08  19186 
triHPacyl.tpmtpmpppu 1.727e+44 13.65 13.65 1.952e+34 3.94e-08  19187 
triHPacyl.mmpmmtmpmu 6.790e+43 13.12 13.12 1.896e+34 3.83e-08  19188 
triHPacyl.mtmmmtmmpu 1.384e+44 13.58 13.58 1.765e+34 3.56e-08  19189 
triHPacyl.mmpmmmtmmu 1.088e+44 13.47 13.47 1.686e+34 3.4e-08   19190 
triHPacyl.mpmtmtpppu 6.217e+43 13.14 13.14 1.651e+34 3.33e-08  19191 
triHPacyl.mtmpmtpmmu 5.826e+43 13.12 13.12 1.615e+34 3.26e-08  19192 
triHPacyl.ppmtptpppu 4.377e+44 14.32 14.32 1.607e+34 3.24e-08  19193 
triHPacyl.mttmmmmmmu 8.942e+44 14.77 14.77 1.559e+34 3.15e-08  19194 
triHPacyl.tmpmpmtpmu 1.508e+44 13.73 13.73 1.506e+34 3.04e-08  19195 
triHPacyl.tmpmpmtmmu 1.399e+44 13.72 13.72 1.423e+34 2.87e-08  19196 
triHPacyl.ttmtpmpmpu 1.288e+44 13.68 13.68 1.389e+34 2.8e-08   19197 
triHPacyl.mtmtmmtmpu 4.571e+44 14.45 14.45 1.362e+34 2.75e-08  19198 
triHPacyl.mtmtmmmmmu 1.402e+44 13.75 13.75 1.354e+34 2.73e-08  19199 



280 
 

triHPacyl.mtptmptpmu 4.953e+44 14.52 14.52 1.313e+34 2.65e-08  19200 
triHPacyl.mpmmmmtppu 9.269e+43 13.52 13.52 1.307e+34 2.64e-08  19201 
triHPacyl.mtptmmtpmu 6.682e+44 14.72 14.72 1.262e+34 2.55e-08  19202 
triHPacyl.mtmppptpmu 9.573e+43 13.58 13.58 1.226e+34 2.48e-08  19203 
triHPacyl.mtmmmmpmmu 7.669e+43 13.46 13.46 1.195e+34 2.41e-08  19204 
triHPacyl.mttmmtmmpu 5.158e+44 14.62 14.62 1.148e+34 2.32e-08  19205 
triHPacyl.mtmmmmmmpu 2.313e+44 14.19 14.19 1.066e+34 2.15e-08  19206 
triHPacyl.mtmtmtpppu 1.060e+44 13.77 13.77 9.937e+33 2.01e-08  19207 
triHPacyl.tpmtpmmmpu 1.320e+44 13.90 13.90 9.830e+33 1.98e-08  19208 
triHPacyl.mtmtmttmpu 2.084e+44 14.20 14.20 9.417e+33 1.9e-08   19209 
triHPacyl.mtmpmmpppu 4.631e+43 13.31 13.31 9.397e+33 1.9e-08   19210 
triHPacyl.mtppmmmmpu 9.435e+43 13.73 13.73 9.390e+33 1.9e-08   19211 
triHPacyl.mtmtmmppmu 1.591e+44 14.06 14.06 9.162e+33 1.85e-08  19212 
triHPacyl.mmpmmmmmmu 8.320e+43 13.76 13.76 7.918e+33 1.6e-08   19213 
triHPacyl.mmpmmmmpmu 1.272e+44 14.04 14.04 7.540e+33 1.52e-08  19214 
triHPacyl.tmpmpmmmmu 1.312e+44 14.08 14.08 7.217e+33 1.46e-08  19215 
triHPacyl.mttpmtmmmu 1.467e+44 14.21 14.21 6.557e+33 1.32e-08  19216 
triHPacyl.mtmpmmtmpu 1.503e+44 14.22 14.22 6.525e+33 1.32e-08  19217 
triHPacyl.mtptmmppmu 6.361e+44 15.11 15.11 6.270e+33 1.27e-08  19218 
triHPacyl.mttmmmmmpu 8.108e+44 15.27 15.27 6.138e+33 1.24e-08  19219 
triHPacyl.mttpmmmmmu 3.838e+44 14.82 14.82 6.126e+33 1.24e-08  19220 
triHPacyl.tpmppmpppu 4.291e+43 13.54 13.54 5.847e+33 1.18e-08  19221 
triHPacyl.tpmppmmmpu 3.632e+43 13.45 13.45 5.831e+33 1.18e-08  19222 
triHPacyl.mmptmpmpmu 2.726e+44 14.76 14.76 4.846e+33 9.78e-09  19223 
triHPacyl.tmpmpmmpmu 1.122e+44 14.25 14.25 4.663e+33 9.41e-09  19224 
triHPacyl.ppmtpmpppu 4.583e+44 15.10 15.10 4.592e+33 9.27e-09  19225 
triHPacyl.mttppmtppu 4.815e+44 15.14 15.14 4.477e+33 9.04e-09  19226 
triHPacyl.mtmtmmpppu 1.796e+44 14.57 14.57 4.357e+33 8.79e-09  19227 
triHPacyl.mpmtmttpmu 8.611e+43 14.21 14.21 3.829e+33 7.73e-09  19228 
triHPacyl.mtpmmpmmpu 9.715e+43 14.28 14.28 3.818e+33 7.71e-09  19229 
triHPacyl.tpmmpmmmmu 9.093e+43 14.27 14.27 3.688e+33 7.44e-09  19230 
triHPacyl.mtttmtmmpu 5.511e+44 15.40 15.40 3.306e+33 6.67e-09  19231 
triHPacyl.mpmtmmpppu 6.147e+43 14.10 14.10 3.303e+33 6.67e-09  19232 
triHPacyl.mpmtmttmpu 1.738e+44 14.72 14.72 3.280e+33 6.62e-09  19233 
triHPacyl.mtmtmpmmpu 3.748e+44 15.21 15.21 3.142e+33 6.34e-09  19234 
triHPacyl.mpmtmpmpmu 6.265e+43 14.14 14.14 3.132e+33 6.32e-09  19235 
triHPacyl.mtmmmmmmmu 8.068e+44 15.72 15.72 2.838e+33 5.73e-09  19236 
triHPacyl.mtmpmtpppu 6.068e+43 14.19 14.19 2.799e+33 5.65e-09  19237 
triHPacyl.mpmmmtpmmu 8.643e+43 14.44 14.44 2.608e+33 5.26e-09  19238 
triHPacyl.mtttmmtppu 1.888e+45 16.31 16.31 2.489e+33 5.02e-09  19239 
triHPacyl.mtttmmtpmu 9.362e+44 15.91 15.91 2.394e+33 4.83e-09  19240 
triHPacyl.mtttmtmmmu 4.469e+44 15.48 15.48 2.366e+33 4.78e-09  19241 
triHPacyl.ttmmpmpmmu 1.235e+44 14.81 14.81 2.004e+33 4.05e-09  19242 
triHPacyl.mtpmmtmmpu 5.902e+43 14.38 14.38 1.975e+33 3.99e-09  19243 
triHPacyl.mpmtmmtpmu 1.383e+44 15.02 15.02 1.590e+33 3.21e-09  19244 
triHPacyl.mpmtmppmmu 3.566e+43 14.22 14.22 1.565e+33 3.16e-09  19245 
triHPacyl.mtmtmtmmpu 1.084e+45 16.34 16.34 1.362e+33 2.75e-09  19246 
triHPacyl.mtttmmmmpu 7.706e+44 16.15 16.15 1.315e+33 2.65e-09  19247 
triHPacyl.mtttmmmmmu 6.873e+44 16.16 16.16 1.154e+33 2.33e-09  19248 
triHPacyl.mtmmmtmmmu 2.189e+44 15.51 15.51 1.103e+33 2.23e-09  19249 
triHPacyl.mpmtmtmmpu 1.435e+44 15.35 15.35 9.496e+32 1.92e-09  19250 
triHPacyl.mpmtmmtmpu 1.872e+44 15.57 15.57 8.490e+32 1.71e-09  19251 
triHPacyl.mpmtmttppu 7.406e+44 16.57 16.57 6.239e+32 1.26e-09  19252 
triHPacyl.mtptmpmmmu 4.185e+44 16.25 16.25 6.100e+32 1.23e-09  19253 
triHPacyl.mtpmmpmmmu 7.903e+43 15.40 15.40 4.765e+32 9.62e-10  19254 
triHPacyl.mpmmmmpmmu 1.383e+44 15.78 15.78 4.440e+32 8.96e-10  19255 
triHPacyl.mtptmmmmmu 4.972e+44 16.67 16.67 3.598e+32 7.26e-10  19256 
triHPacyl.ppmpptpppu 3.591e+43 15.41 15.41 2.128e+32 4.3e-10   19257 
triHPacyl.mpmmmtmmmu 4.973e+43 15.87 15.87 1.355e+32 2.74e-10  19258 
triHPacyl.mpmmmttpmu 1.680e+44 17.24 17.24 4.656e+31 9.4e-11   19259 
triHPacyl.ppmppmpppu 3.536e+43 16.52 16.52 3.254e+31 6.57e-11  19260 
triHPacyl.mpmmmmtpmu 2.172e+44 18.25 18.25 1.108e+31 2.24e-11  19261 
triHPacyl.mpmmmmppmu 3.877e+43 17.46 17.46 7.451e+30 1.5e-11   19262 
Total                                      4.955e+43 100       19263 
 19264 
 19265 
 19266 
CO elimination from (2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 19267 
============================================================================== 19268 
 19269 
Population analysis at 300K. Vibrational scaling: 0.971.  19270 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 19271 
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n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 19272 
%: contribution to the population (with current data set assumed 100%) 19273 
Compound                       Qtot      Erel  Erel2 n*Q*MB    %         19274 
------------------------------------------------------------------------ 19275 
TS.triHPacyl.COelim.ppmmmmpmpu 3.520e+43 0.01  0.01  3.464e+43 13.8      19276 
TS.triHPacyl.COelim.tmmmmttmpu 2.706e+43 0.13  0.13  2.176e+43 8.65      19277 
TS.triHPacyl.COelim.ppmmpttmpu 2.055e+43 0.00  0.00  2.055e+43 8.17      19278 
TS.triHPacyl.COelim.tmmmmmtmpu 3.101e+43 0.34  0.34  1.743e+43 6.93      19279 
TS.triHPacyl.COelim.pttpmmppmu 1.223e+44 1.72  1.72  6.824e+42 2.71      19280 
TS.triHPacyl.COelim.ppmmpptmpu 2.171e+43 0.71  0.71  6.558e+42 2.61      19281 
TS.triHPacyl.COelim.ptppmmpmmu 4.244e+43 1.21  1.21  5.588e+42 2.22      19282 
TS.triHPacyl.COelim.tmtpmtppmu 1.221e+44 1.95  1.95  4.620e+42 1.84      19283 
TS.triHPacyl.COelim.ptppmmmpmu 5.385e+43 1.48  1.48  4.511e+42 1.79      19284 
TS.triHPacyl.COelim.ptmmmmtmpu 1.446e+44 2.09  2.09  4.322e+42 1.72      19285 
TS.triHPacyl.COelim.pttpmtppmu 9.205e+43 1.95  1.95  3.515e+42 1.4       19286 
TS.triHPacyl.COelim.tpmmmttmpu 6.227e+43 1.86  1.86  2.758e+42 1.1       19287 
TS.triHPacyl.COelim.ppmmmppmpu 1.975e+43 1.19  1.19  2.698e+42 1.07      19288 
TS.triHPacyl.COelim.ptppmmppmu 6.426e+43 1.97  1.97  2.374e+42 0.944     19289 
TS.triHPacyl.COelim.ppmpmtmpmu 1.697e+43 1.23  1.23  2.156e+42 0.857     19290 
TS.triHPacyl.COelim.tpmmmmtmpu 7.094e+43 2.10  2.10  2.093e+42 0.832     19291 
TS.triHPacyl.COelim.ptppmtpmmu 4.730e+43 1.86  1.86  2.085e+42 0.829     19292 
TS.triHPacyl.COelim.pmtpptppmu 8.987e+43 2.25  2.25  2.048e+42 0.814     19293 
TS.triHPacyl.COelim.ppppptpmpu 1.840e+44 2.70  2.70  1.971e+42 0.784     19294 
TS.triHPacyl.COelim.pmmmpttmpu 2.213e+43 1.48  1.48  1.848e+42 0.735     19295 
TS.triHPacyl.COelim.pptmpttmpu 5.339e+43 2.01  2.01  1.826e+42 0.726     19296 
TS.triHPacyl.COelim.ptppmmmmmu 7.164e+43 2.19  2.19  1.821e+42 0.724     19297 
TS.triHPacyl.COelim.ptmmmmppmu 1.471e+44 2.69  2.69  1.622e+42 0.645     19298 
TS.triHPacyl.COelim.ppmmmtmpmu 2.519e+43 1.66  1.66  1.559e+42 0.62      19299 
TS.triHPacyl.COelim.ptmmmttmpu 9.762e+43 2.48  2.48  1.532e+42 0.609     19300 
TS.triHPacyl.COelim.ptmmptpmpu 6.941e+43 2.31  2.31  1.435e+42 0.571     19301 
TS.triHPacyl.COelim.pmmmpmtmpu 3.301e+43 1.92  1.92  1.318e+42 0.524     19302 
TS.triHPacyl.COelim.tpppmtpmpu 2.656e+44 3.19  3.19  1.265e+42 0.503     19303 
TS.triHPacyl.COelim.ptpppmpmmu 4.680e+43 2.16  2.16  1.247e+42 0.496     19304 
TS.triHPacyl.COelim.tpmmmtmppu 4.120e+43 2.09  2.09  1.234e+42 0.491     19305 
TS.triHPacyl.COelim.ptmmmmpmpu 9.077e+43 2.60  2.60  1.163e+42 0.462     19306 
TS.triHPacyl.COelim.ptmmmmtmmu 2.154e+44 3.11  3.11  1.162e+42 0.462     19307 
TS.triHPacyl.COelim.pttpmmpppu 1.787e+44 3.03  3.03  1.108e+42 0.441     19308 
TS.triHPacyl.COelim.ppmmmpmpmu 2.532e+43 1.89  1.89  1.068e+42 0.425     19309 
TS.triHPacyl.COelim.ptmmmtpmpu 7.037e+43 2.51  2.51  1.048e+42 0.417     19310 
TS.triHPacyl.COelim.ptmmmtppmu 1.246e+44 2.85  2.85  1.046e+42 0.416     19311 
TS.triHPacyl.COelim.ppmmmtmppu 1.936e+43 1.75  1.75  1.032e+42 0.41      19312 
TS.triHPacyl.COelim.pptmpptmpu 6.103e+43 2.44  2.44  1.025e+42 0.407     19313 
TS.triHPacyl.COelim.tmtpmmppmu 1.323e+44 2.92  2.92  9.943e+41 0.395     19314 
TS.triHPacyl.COelim.tmtppmppmu 1.133e+44 2.85  2.85  9.481e+41 0.377     19315 
TS.triHPacyl.COelim.pmtpptmmpu 2.034e+44 3.22  3.22  9.192e+41 0.366     19316 
TS.triHPacyl.COelim.ttppmmpmmu 5.788e+43 2.49  2.49  8.921e+41 0.355     19317 
TS.triHPacyl.COelim.ptppptpmmu 8.475e+43 2.72  2.72  8.903e+41 0.354     19318 
TS.triHPacyl.COelim.pmtmptpppu 6.673e+43 2.58  2.58  8.763e+41 0.348     19319 
TS.triHPacyl.COelim.tpppmmpmpu 3.265e+44 3.54  3.54  8.573e+41 0.341     19320 
TS.triHPacyl.COelim.pttmmmpppu 3.004e+44 3.51  3.51  8.279e+41 0.329     19321 
TS.triHPacyl.COelim.tmtmmtpppu 1.232e+44 2.99  2.99  8.150e+41 0.324     19322 
TS.triHPacyl.COelim.mpmmpppmpu 7.099e+43 2.67  2.67  8.047e+41 0.32      19323 
TS.triHPacyl.COelim.tmtmmmtmpu 2.970e+44 3.53  3.53  7.903e+41 0.314     19324 
TS.triHPacyl.COelim.pttpppppmu 9.895e+43 2.88  2.88  7.838e+41 0.312     19325 
TS.triHPacyl.COelim.ppmpmpmpmu 1.307e+43 1.68  1.68  7.798e+41 0.31      19326 
TS.triHPacyl.COelim.pptppttmpu 1.652e+44 3.24  3.24  7.214e+41 0.287     19327 
TS.triHPacyl.COelim.mpmmptpmpu 7.448e+43 2.77  2.77  7.163e+41 0.285     19328 
TS.triHPacyl.COelim.tmtmmttmpu 1.475e+44 3.18  3.18  7.074e+41 0.281     19329 
TS.triHPacyl.COelim.ppmmptmppu 3.837e+43 2.39  2.39  7.015e+41 0.279     19330 
TS.triHPacyl.COelim.pttmmmtmpu 2.169e+44 3.42  3.42  6.975e+41 0.277     19331 
TS.triHPacyl.COelim.pmtpppppmu 6.888e+43 2.77  2.77  6.659e+41 0.265     19332 
TS.triHPacyl.COelim.ppmmmpmppu 1.979e+43 2.03  2.03  6.598e+41 0.262     19333 
TS.triHPacyl.COelim.pttpmmtmpu 3.802e+44 3.79  3.79  6.592e+41 0.262     19334 
TS.triHPacyl.COelim.ptppmpmpmu 7.383e+43 2.82  2.82  6.490e+41 0.258     19335 
TS.triHPacyl.COelim.ptppmpppmu 1.025e+44 3.02  3.02  6.477e+41 0.258     19336 
TS.triHPacyl.COelim.pttpmmmpmu 1.484e+44 3.27  3.27  6.142e+41 0.244     19337 
TS.triHPacyl.COelim.tmtpmttmpu 5.358e+44 4.05  4.05  5.963e+41 0.237     19338 
TS.triHPacyl.COelim.pptpptppmu 3.554e+43 2.44  2.44  5.952e+41 0.237     19339 
TS.triHPacyl.COelim.pttpptppmu 8.701e+43 2.98  2.98  5.910e+41 0.235     19340 
TS.triHPacyl.COelim.ptmmpmpmpu 5.891e+43 2.75  2.75  5.848e+41 0.233     19341 
TS.triHPacyl.COelim.ptmmmmmppu 1.326e+44 3.24  3.24  5.773e+41 0.23      19342 
TS.triHPacyl.COelim.tmtpmtpppu 1.570e+44 3.35  3.35  5.731e+41 0.228     19343 
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TS.triHPacyl.COelim.pppppttppu 4.949e+44 4.03  4.03  5.708e+41 0.227     19344 
TS.triHPacyl.COelim.pttpmtpppu 1.305e+44 3.25  3.25  5.600e+41 0.223     19345 
TS.triHPacyl.COelim.tpppmppmpu 1.708e+44 3.43  3.43  5.401e+41 0.215     19346 
TS.triHPacyl.COelim.pptmpttmmu 1.196e+44 3.22  3.22  5.379e+41 0.214     19347 
TS.triHPacyl.COelim.tptmmmtmpu 1.490e+44 3.37  3.37  5.248e+41 0.209     19348 
TS.triHPacyl.COelim.ttppmmmpmu 7.649e+43 2.98  2.98  5.185e+41 0.206     19349 
TS.triHPacyl.COelim.tptmmttmpu 1.340e+44 3.34  3.34  4.944e+41 0.197     19350 
TS.triHPacyl.COelim.pttmmmtmmu 6.064e+44 4.25  4.25  4.871e+41 0.194     19351 
TS.triHPacyl.COelim.mpppmtppmu 2.395e+44 3.71  3.71  4.757e+41 0.189     19352 
TS.triHPacyl.COelim.tpmmmmmppu 3.378e+43 2.55  2.55  4.719e+41 0.188     19353 
TS.triHPacyl.COelim.ppmpptpmmu 3.007e+43 2.48  2.48  4.686e+41 0.186     19354 
TS.triHPacyl.COelim.tttpmmppmu 1.197e+44 3.33  3.33  4.504e+41 0.179     19355 
TS.triHPacyl.COelim.pppppppmpu 3.607e+44 3.99  3.99  4.482e+41 0.178     19356 
TS.triHPacyl.COelim.mmmmmmtmpu 2.851e+44 3.88  3.88  4.286e+41 0.17      19357 
TS.triHPacyl.COelim.pttpptpmmu 1.249e+44 3.39  3.39  4.235e+41 0.168     19358 
TS.triHPacyl.COelim.ppmpmttpmu 1.276e+44 3.41  3.41  4.205e+41 0.167     19359 
TS.triHPacyl.COelim.pttmmtmppu 8.162e+44 4.53  4.53  4.066e+41 0.162     19360 
TS.triHPacyl.COelim.ptmmpptmpu 1.382e+44 3.48  3.48  4.050e+41 0.161     19361 
TS.triHPacyl.COelim.tpppptpmpu 3.226e+44 4.00  4.00  3.903e+41 0.155     19362 
TS.triHPacyl.COelim.pttpmpmmpu 3.438e+44 4.06  4.06  3.822e+41 0.152     19363 
TS.triHPacyl.COelim.tmmmpttmpu 7.715e+43 3.17  3.17  3.778e+41 0.15      19364 
TS.triHPacyl.COelim.mpmmpmtmpu 3.622e+43 2.72  2.72  3.768e+41 0.15      19365 
TS.triHPacyl.COelim.ttmmmtpmpu 8.127e+43 3.21  3.21  3.739e+41 0.149     19366 
TS.triHPacyl.COelim.pmtpptpppu 1.681e+44 3.66  3.66  3.622e+41 0.144     19367 
TS.triHPacyl.COelim.tmtmmmtmmu 8.519e+44 4.63  4.63  3.591e+41 0.143     19368 
TS.triHPacyl.COelim.ttmmmmtmpu 1.429e+44 3.58  3.58  3.501e+41 0.139     19369 
TS.triHPacyl.COelim.ptmmpmmppu 1.681e+44 3.68  3.68  3.490e+41 0.139     19370 
TS.triHPacyl.COelim.ptmtmmppmu 3.395e+44 4.10  4.10  3.486e+41 0.139     19371 
TS.triHPacyl.COelim.pttmmmmmmu 8.769e+44 4.67  4.67  3.464e+41 0.138     19372 
TS.triHPacyl.COelim.tmtmmttmmu 3.702e+44 4.16  4.16  3.422e+41 0.136     19373 
TS.triHPacyl.COelim.ppmmpmmppu 4.757e+43 2.94  2.94  3.408e+41 0.136     19374 
TS.triHPacyl.COelim.ppmpmtpmmu 4.451e+43 2.91  2.91  3.406e+41 0.135     19375 
TS.triHPacyl.COelim.pttmpmpppu 9.551e+43 3.36  3.36  3.400e+41 0.135     19376 
TS.triHPacyl.COelim.pptppptmpu 1.871e+44 3.76  3.76  3.397e+41 0.135     19377 
TS.triHPacyl.COelim.pmppptppmu 8.630e+43 3.31  3.31  3.361e+41 0.134     19378 
TS.triHPacyl.COelim.tpmpmtmpmu 4.941e+43 2.99  2.99  3.284e+41 0.131     19379 
TS.triHPacyl.COelim.pttmmppppu 1.570e+44 3.69  3.69  3.214e+41 0.128     19380 
TS.triHPacyl.COelim.ptmmptmppu 1.394e+44 3.62  3.62  3.200e+41 0.127     19381 
TS.triHPacyl.COelim.tmtpmmtmpu 5.866e+44 4.51  4.51  3.031e+41 0.121     19382 
TS.triHPacyl.COelim.ttmmmmmppu 1.887e+44 3.84  3.84  3.025e+41 0.12      19383 
TS.triHPacyl.COelim.pttmmptmpu 1.528e+44 3.72  3.72  2.970e+41 0.118     19384 
TS.triHPacyl.COelim.pttmmtmmmu 2.158e+45 5.30  5.30  2.959e+41 0.118     19385 
TS.triHPacyl.COelim.mpmmpppmmu 2.689e+43 2.69  2.69  2.959e+41 0.118     19386 
TS.triHPacyl.COelim.pttmmtpppu 2.034e+44 3.90  3.90  2.936e+41 0.117     19387 
TS.triHPacyl.COelim.pttpptmpmu 1.588e+44 3.75  3.75  2.934e+41 0.117     19388 
TS.triHPacyl.COelim.tpmpmttmmu 1.740e+44 3.81  3.81  2.934e+41 0.117     19389 
TS.triHPacyl.COelim.mmtpmmppmu 2.357e+44 3.99  3.99  2.922e+41 0.116     19390 
TS.triHPacyl.COelim.tmmmpmpppu 1.063e+44 3.52  3.52  2.883e+41 0.115     19391 
TS.triHPacyl.COelim.mptppptmmu 1.635e+44 3.78  3.78  2.862e+41 0.114     19392 
TS.triHPacyl.COelim.tttmmmpppu 9.278e+43 3.45  3.45  2.858e+41 0.114     19393 
TS.triHPacyl.COelim.tptpmtppmu 1.361e+44 3.68  3.68  2.840e+41 0.113     19394 
TS.triHPacyl.COelim.ptppmpmmmu 1.272e+44 3.66  3.66  2.764e+41 0.11      19395 
TS.triHPacyl.COelim.pttmptpppu 8.299e+43 3.41  3.41  2.718e+41 0.108     19396 
TS.triHPacyl.COelim.pmtmpppppu 9.547e+43 3.50  3.50  2.708e+41 0.108     19397 
TS.triHPacyl.COelim.tmtmpttmpu 2.217e+44 4.00  4.00  2.686e+41 0.107     19398 
TS.triHPacyl.COelim.tmmmmmpmpu 4.772e+43 3.09  3.09  2.655e+41 0.106     19399 
TS.triHPacyl.COelim.ppmpmmtpmu 1.337e+44 3.71  3.71  2.654e+41 0.106     19400 
TS.triHPacyl.COelim.mptppmtmpu 1.631e+44 3.83  3.83  2.646e+41 0.105     19401 
TS.triHPacyl.COelim.tttpmmmpmu 1.815e+44 3.89  3.89  2.644e+41 0.105     19402 
TS.triHPacyl.COelim.mpmmppmmpu 5.793e+43 3.23  3.23  2.563e+41 0.102     19403 
TS.triHPacyl.COelim.ptmmmptmmu 1.171e+44 3.65  3.65  2.560e+41 0.102     19404 
TS.triHPacyl.COelim.tptpmtpmmu 2.130e+44 4.01  4.01  2.553e+41 0.102     19405 
TS.triHPacyl.COelim.pttpmtpmmu 1.270e+44 3.70  3.70  2.543e+41 0.101     19406 
TS.triHPacyl.COelim.pttpmmpmmu 1.443e+44 3.79  3.79  2.519e+41 0.1       19407 
TS.triHPacyl.COelim.pttpmttmpu 3.344e+44 4.30  4.30  2.479e+41 0.0986    19408 
TS.triHPacyl.COelim.ptppmmtmmu 1.304e+44 3.74  3.74  2.473e+41 0.0983    19409 
TS.triHPacyl.COelim.ptpppmmpmu 7.457e+43 3.41  3.41  2.450e+41 0.0974    19410 
TS.triHPacyl.COelim.pmppptmmmu 5.011e+43 3.18  3.18  2.425e+41 0.0964    19411 
TS.triHPacyl.COelim.pttmmttmpu 1.492e+44 3.83  3.83  2.417e+41 0.0961    19412 
TS.triHPacyl.COelim.tmmmmmpppu 3.792e+43 3.01  3.01  2.415e+41 0.096     19413 
TS.triHPacyl.COelim.ttppmtpmmu 6.254e+43 3.31  3.31  2.407e+41 0.0957    19414 
TS.triHPacyl.COelim.tpmpmmtmmu 2.350e+44 4.11  4.11  2.387e+41 0.0949    19415 
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TS.triHPacyl.COelim.pppppptppu 4.734e+44 4.53  4.53  2.355e+41 0.0936    19416 
TS.triHPacyl.COelim.pttmmptmmu 3.703e+44 4.39  4.39  2.346e+41 0.0933    19417 
TS.triHPacyl.COelim.ptmmmttmmu 1.430e+44 3.85  3.85  2.226e+41 0.0885    19418 
TS.triHPacyl.COelim.tttppmppmu 6.363e+44 4.75  4.75  2.207e+41 0.0878    19419 
TS.triHPacyl.COelim.ttmmmmpmpu 7.491e+43 3.48  3.48  2.202e+41 0.0876    19420 
TS.triHPacyl.COelim.tmtmpmpppu 1.565e+44 3.92  3.92  2.199e+41 0.0874    19421 
TS.triHPacyl.COelim.ptpppmtmmu 9.202e+43 3.61  3.61  2.169e+41 0.0863    19422 
TS.triHPacyl.COelim.ptmmmmmpmu 3.628e+44 4.43  4.43  2.162e+41 0.086     19423 
TS.triHPacyl.COelim.ptmmpttmpu 1.257e+44 3.80  3.80  2.132e+41 0.0848    19424 
TS.triHPacyl.COelim.ppmpmppmmu 2.595e+43 2.87  2.87  2.114e+41 0.0841    19425 
TS.triHPacyl.COelim.pptmpptmmu 1.205e+44 3.79  3.79  2.107e+41 0.0838    19426 
TS.triHPacyl.COelim.pttppppmmu 1.218e+44 3.81  3.81  2.056e+41 0.0818    19427 
TS.triHPacyl.COelim.mpmmmptppu 1.216e+44 3.81  3.81  2.048e+41 0.0814    19428 
TS.triHPacyl.COelim.pttmpptmpu 2.655e+44 4.27  4.27  2.046e+41 0.0814    19429 
TS.triHPacyl.COelim.mpmmpmmppu 4.278e+43 3.21  3.21  1.979e+41 0.0787    19430 
TS.triHPacyl.COelim.pttpmpmpmu 1.219e+44 3.83  3.83  1.978e+41 0.0786    19431 
TS.triHPacyl.COelim.pttppmmpmu 1.604e+44 4.00  4.00  1.955e+41 0.0777    19432 
TS.triHPacyl.COelim.tttpmtmpmu 2.419e+44 4.25  4.25  1.934e+41 0.0769    19433 
TS.triHPacyl.COelim.mpmmpttmpu 2.754e+43 2.96  2.96  1.930e+41 0.0767    19434 
TS.triHPacyl.COelim.tptpmmppmu 1.217e+44 3.86  3.86  1.890e+41 0.0751    19435 
TS.triHPacyl.COelim.pptmpttppu 8.624e+43 3.66  3.66  1.863e+41 0.0741    19436 
TS.triHPacyl.COelim.tmtppmpppu 1.883e+44 4.12  4.12  1.863e+41 0.0741    19437 
TS.triHPacyl.COelim.tpmmmttppu 2.542e+44 4.31  4.31  1.835e+41 0.073     19438 
TS.triHPacyl.COelim.pttmmmppmu 4.935e+44 4.72  4.72  1.810e+41 0.072     19439 
TS.triHPacyl.COelim.pppppttmpu 3.003e+44 4.43  4.43  1.779e+41 0.0707    19440 
TS.triHPacyl.COelim.ptmmpptppu 2.688e+44 4.36  4.36  1.777e+41 0.0707    19441 
TS.triHPacyl.COelim.tpmmmtmmpu 6.289e+43 3.50  3.50  1.775e+41 0.0706    19442 
TS.triHPacyl.COelim.tmtpmppppu 2.113e+44 4.22  4.22  1.772e+41 0.0704    19443 
TS.triHPacyl.COelim.pmmmptpppu 2.478e+43 2.95  2.95  1.771e+41 0.0704    19444 
TS.triHPacyl.COelim.pttmpttmpu 2.197e+44 4.26  4.26  1.741e+41 0.0692    19445 
TS.triHPacyl.COelim.tmmmmttmmu 8.397e+43 3.69  3.69  1.725e+41 0.0686    19446 
TS.triHPacyl.COelim.tmmmmtpppu 2.138e+43 2.87  2.87  1.723e+41 0.0685    19447 
TS.triHPacyl.COelim.pppppmmppu 2.247e+44 4.28  4.28  1.710e+41 0.068     19448 
TS.triHPacyl.COelim.pttmmmpmpu 7.512e+44 5.01  5.01  1.673e+41 0.0665    19449 
TS.triHPacyl.COelim.ptmmmpmppu 9.980e+43 3.81  3.81  1.660e+41 0.066     19450 
TS.triHPacyl.COelim.tppppppmpu 2.229e+44 4.30  4.30  1.656e+41 0.0658    19451 
TS.triHPacyl.COelim.tmmmmttppu 7.483e+43 3.65  3.65  1.653e+41 0.0657    19452 
TS.triHPacyl.COelim.ptmmmmmmpu 2.451e+44 4.36  4.36  1.641e+41 0.0653    19453 
TS.triHPacyl.COelim.tmtmmppppu 7.878e+43 3.69  3.69  1.617e+41 0.0643    19454 
TS.triHPacyl.COelim.ttmmmttmpu 2.781e+44 4.46  4.46  1.559e+41 0.062     19455 
TS.triHPacyl.COelim.pttmmppmpu 6.270e+44 4.96  4.96  1.523e+41 0.0606    19456 
TS.triHPacyl.COelim.tpmpmtpmmu 4.044e+43 3.34  3.34  1.500e+41 0.0596    19457 
TS.triHPacyl.COelim.ttmmmtmppu 1.895e+44 4.26  4.26  1.482e+41 0.0589    19458 
TS.triHPacyl.COelim.tmmpppmpmu 1.062e+44 3.92  3.92  1.474e+41 0.0586    19459 
TS.triHPacyl.COelim.tptmmmpmpu 4.261e+44 4.76  4.76  1.462e+41 0.0581    19460 
TS.triHPacyl.COelim.tttpmtpmmu 1.567e+44 4.16  4.16  1.457e+41 0.0579    19461 
TS.triHPacyl.COelim.pttmmttmmu 2.949e+44 4.54  4.54  1.449e+41 0.0576    19462 
TS.triHPacyl.COelim.tmtpppppmu 1.554e+44 4.17  4.17  1.418e+41 0.0564    19463 
TS.triHPacyl.COelim.pmmmpmpppu 2.261e+43 3.03  3.03  1.404e+41 0.0558    19464 
TS.triHPacyl.COelim.pppppptmpu 4.672e+44 4.84  4.84  1.393e+41 0.0554    19465 
TS.triHPacyl.COelim.pmmmpttmmu 1.375e+44 4.11  4.11  1.384e+41 0.055     19466 
TS.triHPacyl.COelim.ppmmpttppu 1.300e+44 4.08  4.08  1.384e+41 0.055     19467 
TS.triHPacyl.COelim.tpmmmtpppu 1.480e+44 4.16  4.16  1.382e+41 0.055     19468 
TS.triHPacyl.COelim.tmppmtppmu 4.463e+43 3.45  3.45  1.365e+41 0.0543    19469 
TS.triHPacyl.COelim.pttmmmmpmu 4.845e+44 4.88  4.88  1.354e+41 0.0538    19470 
TS.triHPacyl.COelim.ppptptpmmu 4.283e+44 4.83  4.83  1.301e+41 0.0517    19471 
TS.triHPacyl.COelim.pmmmmmpppu 2.321e+43 3.10  3.10  1.288e+41 0.0512    19472 
TS.triHPacyl.COelim.tmtmpttmmu 5.687e+44 5.01  5.01  1.269e+41 0.0505    19473 
TS.triHPacyl.COelim.tpmmptmppu 8.882e+43 3.93  3.93  1.225e+41 0.0487    19474 
TS.triHPacyl.COelim.tpmpmmmpmu 4.900e+43 3.58  3.58  1.206e+41 0.048     19475 
TS.triHPacyl.COelim.tmmpmtppmu 6.236e+43 3.73  3.73  1.202e+41 0.0478    19476 
TS.triHPacyl.COelim.tptpmppmmu 8.896e+43 3.94  3.94  1.200e+41 0.0477    19477 
TS.triHPacyl.COelim.tpppmttppu 6.964e+44 5.18  5.18  1.182e+41 0.047     19478 
TS.triHPacyl.COelim.tmmmmmmmpu 1.030e+44 4.04  4.04  1.180e+41 0.0469    19479 
TS.triHPacyl.COelim.ptmmpttppu 2.399e+44 4.54  4.54  1.179e+41 0.0469    19480 
TS.triHPacyl.COelim.pttppppppu 2.499e+44 4.57  4.57  1.170e+41 0.0465    19481 
TS.triHPacyl.COelim.tpppmmmppu 2.900e+44 4.67  4.67  1.142e+41 0.0454    19482 
TS.triHPacyl.COelim.tpmpmttpmu 1.666e+44 4.34  4.34  1.141e+41 0.0454    19483 
TS.triHPacyl.COelim.tpmmmmmmpu 7.101e+43 3.84  3.84  1.139e+41 0.0453    19484 
TS.triHPacyl.COelim.pttmmpmppu 5.329e+44 5.04  5.04  1.130e+41 0.0449    19485 
TS.triHPacyl.COelim.tmmmmmtppu 1.001e+44 4.05  4.05  1.117e+41 0.0444    19486 
TS.triHPacyl.COelim.ptpppmtmpu 9.467e+43 4.02  4.02  1.107e+41 0.044     19487 
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TS.triHPacyl.COelim.pmtppppppu 1.076e+44 4.11  4.11  1.092e+41 0.0434    19488 
TS.triHPacyl.COelim.ttmmmmtmmu 4.011e+44 4.89  4.89  1.091e+41 0.0434    19489 
TS.triHPacyl.COelim.tmtpmmpmmu 2.361e+44 4.58  4.58  1.089e+41 0.0433    19490 
TS.triHPacyl.COelim.ptttmmtmpu 6.401e+44 5.18  5.18  1.086e+41 0.0432    19491 
TS.triHPacyl.COelim.tmtppttmpu 5.141e+44 5.05  5.05  1.083e+41 0.0431    19492 
TS.triHPacyl.COelim.tptmmttppu 1.739e+44 4.41  4.41  1.065e+41 0.0423    19493 
TS.triHPacyl.COelim.tmtmmtppmu 2.451e+44 4.62  4.62  1.056e+41 0.042     19494 
TS.triHPacyl.COelim.pptpptpppu 4.789e+43 3.65  3.65  1.050e+41 0.0418    19495 
TS.triHPacyl.COelim.tptmmtpmpu 1.979e+44 4.50  4.50  1.047e+41 0.0416    19496 
TS.triHPacyl.COelim.tpppmmtppu 1.058e+45 5.50  5.50  1.044e+41 0.0415    19497 
TS.triHPacyl.COelim.tttmmpmppu 8.527e+44 5.37  5.37  1.040e+41 0.0413    19498 
TS.triHPacyl.COelim.tttmmmtmpu 1.489e+44 4.34  4.34  1.024e+41 0.0407    19499 
TS.triHPacyl.COelim.ppmppppmmu 2.675e+43 3.32  3.32  1.020e+41 0.0405    19500 
TS.triHPacyl.COelim.pptmptpppu 2.929e+43 3.37  3.37  1.019e+41 0.0405    19501 
TS.triHPacyl.COelim.tttpmtppmu 9.902e+43 4.10  4.10  1.013e+41 0.0403    19502 
TS.triHPacyl.COelim.mmmmmttmpu 7.917e+43 3.98  3.98  9.939e+40 0.0395    19503 
TS.triHPacyl.COelim.ptmtmmpppu 2.691e+44 4.74  4.74  9.542e+40 0.0379    19504 
TS.triHPacyl.COelim.ptmtmtppmu 2.471e+44 4.70  4.70  9.363e+40 0.0372    19505 
TS.triHPacyl.COelim.ptppmtppmu 1.263e+44 4.30  4.30  9.302e+40 0.037     19506 
TS.triHPacyl.COelim.pttmmtmpmu 8.802e+44 5.46  5.46  9.197e+40 0.0366    19507 
TS.triHPacyl.COelim.mttppmppmu 1.501e+44 4.41  4.41  9.184e+40 0.0365    19508 
TS.triHPacyl.COelim.pmpppmmmmu 4.193e+43 3.65  3.65  9.155e+40 0.0364    19509 
TS.triHPacyl.COelim.tpppmtmppu 1.774e+44 4.51  4.51  9.140e+40 0.0363    19510 
TS.triHPacyl.COelim.mptmpmtpmu 1.869e+45 5.92  5.92  9.062e+40 0.036     19511 
TS.triHPacyl.COelim.pptpppppmu 3.089e+43 3.48  3.48  8.993e+40 0.0358    19512 
TS.triHPacyl.COelim.pmtmpmtmpu 4.341e+44 5.06  5.06  8.961e+40 0.0356    19513 
TS.triHPacyl.COelim.ptmmmpmpmu 3.189e+44 4.88  4.88  8.928e+40 0.0355    19514 
TS.triHPacyl.COelim.ttppmtpmpu 2.331e+44 4.69  4.69  8.922e+40 0.0355    19515 
TS.triHPacyl.COelim.pptppttpmu 1.625e+44 4.48  4.48  8.900e+40 0.0354    19516 
TS.triHPacyl.COelim.ptmtmpppmu 1.588e+44 4.47  4.47  8.860e+40 0.0352    19517 
TS.triHPacyl.COelim.tptmmttmmu 3.636e+44 4.97  4.97  8.731e+40 0.0347    19518 
TS.triHPacyl.COelim.ptpmmmpmpu 4.859e+43 3.78  3.78  8.558e+40 0.034     19519 
TS.triHPacyl.COelim.mmpppmtppu 4.192e+44 5.07  5.07  8.516e+40 0.0339    19520 
TS.triHPacyl.COelim.tmmmmtpmpu 7.396e+43 4.04  4.04  8.416e+40 0.0335    19521 
TS.triHPacyl.COelim.ppppptmppu 1.984e+44 4.64  4.64  8.246e+40 0.0328    19522 
TS.triHPacyl.COelim.tpmmmtpmpu 9.259e+43 4.19  4.19  8.205e+40 0.0326    19523 
TS.triHPacyl.COelim.pttppttpmu 2.761e+44 4.85  4.85  8.153e+40 0.0324    19524 
TS.triHPacyl.COelim.tpppmttmpu 1.524e+45 5.87  5.87  8.025e+40 0.0319    19525 
TS.triHPacyl.COelim.pptpmtmpmu 7.824e+43 4.11  4.11  7.982e+40 0.0317    19526 
TS.triHPacyl.COelim.tptpmttmpu 4.073e+44 5.10  5.10  7.887e+40 0.0314    19527 
TS.triHPacyl.COelim.pmmmptppmu 7.424e+43 4.09  4.09  7.843e+40 0.0312    19528 
TS.triHPacyl.COelim.tptmmtpppu 1.585e+44 4.55  4.55  7.741e+40 0.0308    19529 
TS.triHPacyl.COelim.pmtmpttmpu 1.077e+44 4.32  4.32  7.624e+40 0.0303    19530 
TS.triHPacyl.COelim.ptppmppmpu 8.666e+43 4.20  4.20  7.604e+40 0.0302    19531 
TS.triHPacyl.COelim.pttmmmmppu 3.140e+44 4.96  4.96  7.597e+40 0.0302    19532 
TS.triHPacyl.COelim.tmppmtmmmu 8.932e+43 4.22  4.22  7.586e+40 0.0302    19533 
TS.triHPacyl.COelim.mmpppmtmpu 5.468e+44 5.30  5.30  7.580e+40 0.0301    19534 
TS.triHPacyl.COelim.mmtpmpppmu 2.845e+44 4.91  4.91  7.535e+40 0.03      19535 
TS.triHPacyl.COelim.tpmpmmpmmu 5.362e+43 3.92  3.92  7.518e+40 0.0299    19536 
TS.triHPacyl.COelim.mpmppmmpmu 1.501e+43 3.16  3.16  7.463e+40 0.0297    19537 
TS.triHPacyl.COelim.pttppptpmu 1.907e+44 4.68  4.68  7.422e+40 0.0295    19538 
TS.triHPacyl.COelim.ppmmptmmpu 1.130e+44 4.38  4.38  7.319e+40 0.0291    19539 
TS.triHPacyl.COelim.tmmmmtmmpu 6.555e+43 4.07  4.07  7.140e+40 0.0284    19540 
TS.triHPacyl.COelim.tmppmmppmu 7.484e+43 4.15  4.15  7.139e+40 0.0284    19541 
TS.triHPacyl.COelim.pttmmpmmmu 4.072e+44 5.16  5.16  7.082e+40 0.0282    19542 
TS.triHPacyl.COelim.ptpmmmmppu 5.449e+43 3.96  3.96  7.064e+40 0.0281    19543 
TS.triHPacyl.COelim.pptmpptppu 1.042e+44 4.35  4.35  7.058e+40 0.0281    19544 
TS.triHPacyl.COelim.pttmmtppmu 2.583e+44 4.90  4.90  7.011e+40 0.0279    19545 
TS.triHPacyl.COelim.tttpmmpmmu 1.238e+44 4.46  4.46  6.968e+40 0.0277    19546 
TS.triHPacyl.COelim.ttppppmpmu 3.524e+44 5.09  5.09  6.936e+40 0.0276    19547 
TS.triHPacyl.COelim.tmmmmmtmmu 1.237e+44 4.46  4.46  6.932e+40 0.0276    19548 
TS.triHPacyl.COelim.pttmpttppu 1.707e+44 4.66  4.66  6.931e+40 0.0276    19549 
TS.triHPacyl.COelim.tttmmtpppu 1.119e+44 4.41  4.41  6.906e+40 0.0275    19550 
TS.triHPacyl.COelim.tptmmmtppu 2.986e+44 5.00  5.00  6.828e+40 0.0272    19551 
TS.triHPacyl.COelim.pttmmtpmmu 4.207e+44 5.20  5.20  6.826e+40 0.0271    19552 
TS.triHPacyl.COelim.tpmmmmpppu 1.045e+44 4.38  4.38  6.764e+40 0.0269    19553 
TS.triHPacyl.COelim.pptpmtppmu 7.611e+43 4.19  4.19  6.743e+40 0.0268    19554 
TS.triHPacyl.COelim.pttmpptppu 1.274e+44 4.50  4.50  6.693e+40 0.0266    19555 
TS.triHPacyl.COelim.tptmmmpppu 1.523e+44 4.61  4.61  6.636e+40 0.0264    19556 
TS.triHPacyl.COelim.tpmmpttmpu 2.362e+44 4.88  4.88  6.615e+40 0.0263    19557 
TS.triHPacyl.COelim.pmpppmppmu 5.726e+43 4.03  4.03  6.600e+40 0.0262    19558 
TS.triHPacyl.COelim.ptppptmpmu 6.697e+43 4.13  4.13  6.587e+40 0.0262    19559 
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TS.triHPacyl.COelim.ppppmtmppu 1.400e+44 4.57  4.57  6.540e+40 0.026     19560 
TS.triHPacyl.COelim.ttmmpmtmpu 4.279e+44 5.24  5.24  6.506e+40 0.0259    19561 
TS.triHPacyl.COelim.ptppmptmmu 1.466e+44 4.61  4.61  6.451e+40 0.0257    19562 
TS.triHPacyl.COelim.ppmmptpmpu 5.178e+43 3.99  3.99  6.434e+40 0.0256    19563 
TS.triHPacyl.COelim.pttmppmppu 5.626e+44 5.41  5.41  6.407e+40 0.0255    19564 
TS.triHPacyl.COelim.ptpmpppmpu 6.927e+43 4.17  4.17  6.395e+40 0.0254    19565 
TS.triHPacyl.COelim.tttmpmpppu 4.506e+44 5.29  5.29  6.325e+40 0.0251    19566 
TS.triHPacyl.COelim.ppmmmttmmu 1.229e+44 4.52  4.52  6.304e+40 0.0251    19567 
TS.triHPacyl.COelim.pptppptpmu 2.132e+44 4.85  4.85  6.234e+40 0.0248    19568 
TS.triHPacyl.COelim.tpmpmmtpmu 1.721e+44 4.73  4.73  6.182e+40 0.0246    19569 
TS.triHPacyl.COelim.pptmmmpppu 9.616e+43 4.39  4.39  6.134e+40 0.0244    19570 
TS.triHPacyl.COelim.tpmmmmtppu 1.812e+44 4.77  4.77  6.093e+40 0.0242    19571 
TS.triHPacyl.COelim.ppppmmmppu 2.586e+44 4.98  4.98  6.054e+40 0.0241    19572 
TS.triHPacyl.COelim.tmtpppmpmu 7.235e+43 4.23  4.23  6.034e+40 0.024     19573 
TS.triHPacyl.COelim.mmtpmmpppu 4.782e+44 5.35  5.35  6.023e+40 0.0239    19574 
TS.triHPacyl.COelim.tmppmtmpmu 1.239e+44 4.55  4.55  6.012e+40 0.0239    19575 
TS.triHPacyl.COelim.ppmmpptppu 1.168e+44 4.52  4.52  5.973e+40 0.0238    19576 
TS.triHPacyl.COelim.tpmmptpmpu 4.155e+44 5.28  5.28  5.938e+40 0.0236    19577 
TS.triHPacyl.COelim.pppmptpmmu 2.917e+44 5.07  5.07  5.932e+40 0.0236    19578 
TS.triHPacyl.COelim.pmtmptppmu 1.441e+44 4.65  4.65  5.919e+40 0.0235    19579 
TS.triHPacyl.COelim.ttmmmmtppu 3.358e+44 5.16  5.16  5.886e+40 0.0234    19580 
TS.triHPacyl.COelim.tmtpmtpmmu 1.515e+44 4.68  4.68  5.861e+40 0.0233    19581 
TS.triHPacyl.COelim.ppptptpmpu 5.170e+44 5.42  5.42  5.824e+40 0.0232    19582 
TS.triHPacyl.COelim.tpmmmmpmpu 1.711e+44 4.76  4.76  5.795e+40 0.023     19583 
TS.triHPacyl.COelim.ppmmptpmmu 3.427e+43 3.81  3.81  5.762e+40 0.0229    19584 
TS.triHPacyl.COelim.ttppmtmpmu 1.729e+44 4.77  4.77  5.745e+40 0.0228    19585 
TS.triHPacyl.COelim.tpptmtpmmu 4.924e+44 5.40  5.40  5.697e+40 0.0227    19586 
TS.triHPacyl.COelim.mpmmptmmpu 5.020e+43 4.05  4.05  5.647e+40 0.0225    19587 
TS.triHPacyl.COelim.ppttpttmpu 2.208e+44 4.93  4.93  5.633e+40 0.0224    19588 
TS.triHPacyl.COelim.ppmpptmpmu 3.743e+43 3.88  3.88  5.578e+40 0.0222    19589 
TS.triHPacyl.COelim.tpppmmtmpu 1.321e+45 6.01  6.01  5.539e+40 0.022     19590 
TS.triHPacyl.COelim.mpppmmpmpu 2.939e+45 6.49  6.49  5.512e+40 0.0219    19591 
TS.triHPacyl.COelim.mmtmmmpppu 3.089e+44 5.15  5.15  5.476e+40 0.0218    19592 
TS.triHPacyl.COelim.pttpmmmmmu 2.738e+44 5.08  5.08  5.448e+40 0.0217    19593 
TS.triHPacyl.COelim.mpmmpttppu 1.233e+44 4.62  4.62  5.347e+40 0.0213    19594 
TS.triHPacyl.COelim.pptpmmppmu 7.106e+43 4.29  4.29  5.330e+40 0.0212    19595 
TS.triHPacyl.COelim.tmtmmmpmpu 1.937e+44 4.89  4.89  5.324e+40 0.0212    19596 
TS.triHPacyl.COelim.tptmmmtmmu 3.038e+44 5.16  5.16  5.317e+40 0.0211    19597 
TS.triHPacyl.COelim.mptppptppu 1.833e+44 4.86  4.86  5.301e+40 0.0211    19598 
TS.triHPacyl.COelim.ptttmmmpmu 8.139e+44 5.75  5.75  5.291e+40 0.021     19599 
TS.triHPacyl.COelim.tptpmmtmpu 3.517e+44 5.25  5.25  5.274e+40 0.021     19600 
TS.triHPacyl.COelim.pmmmptpmpu 5.012e+43 4.09  4.09  5.270e+40 0.021     19601 
TS.triHPacyl.COelim.ptptmmpmmu 5.121e+44 5.48  5.48  5.250e+40 0.0209    19602 
TS.triHPacyl.COelim.tmtpmtmpmu 9.304e+43 4.46  4.46  5.245e+40 0.0209    19603 
TS.triHPacyl.COelim.pptmptpmpu 1.070e+44 4.54  4.54  5.239e+40 0.0208    19604 
TS.triHPacyl.COelim.pttmmmpmmu 4.514e+44 5.40  5.40  5.227e+40 0.0208    19605 
TS.triHPacyl.COelim.pptmptmmmu 3.909e+44 5.32  5.32  5.182e+40 0.0206    19606 
TS.triHPacyl.COelim.tptpmttpmu 3.021e+44 5.17  5.17  5.155e+40 0.0205    19607 
TS.triHPacyl.COelim.mmtmmmtmpu 3.747e+44 5.31  5.31  5.112e+40 0.0203    19608 
TS.triHPacyl.COelim.ptttmptmpu 4.163e+44 5.37  5.37  5.075e+40 0.0202    19609 
TS.triHPacyl.COelim.tpmmmtpmmu 9.334e+43 4.49  4.49  5.039e+40 0.02      19610 
TS.triHPacyl.COelim.pptmmtpppu 8.416e+43 4.43  4.43  4.988e+40 0.0198    19611 
TS.triHPacyl.COelim.mpmmpmtppu 1.166e+44 4.62  4.62  4.983e+40 0.0198    19612 
TS.triHPacyl.COelim.tptpmtmpmu 8.691e+43 4.45  4.45  4.967e+40 0.0198    19613 
TS.triHPacyl.COelim.tmttmttmpu 6.459e+44 5.66  5.66  4.879e+40 0.0194    19614 
TS.triHPacyl.COelim.tptmmtpmmu 5.455e+44 5.56  5.56  4.818e+40 0.0192    19615 
TS.triHPacyl.COelim.mmppptpmpu 1.995e+44 4.98  4.98  4.687e+40 0.0186    19616 
TS.triHPacyl.COelim.ttppmpmpmu 1.585e+44 4.85  4.85  4.677e+40 0.0186    19617 
TS.triHPacyl.COelim.tmppmmpmmu 1.476e+44 4.81  4.81  4.650e+40 0.0185    19618 
TS.triHPacyl.COelim.ppmmmmtmmu 1.045e+44 4.61  4.61  4.605e+40 0.0183    19619 
TS.triHPacyl.COelim.ptmmpptmmu 1.675e+44 4.89  4.89  4.557e+40 0.0181    19620 
TS.triHPacyl.COelim.tmttmmppmu 5.343e+45 6.96  6.96  4.513e+40 0.0179    19621 
TS.triHPacyl.COelim.tpppmmmpmu 1.673e+44 4.91  4.91  4.462e+40 0.0177    19622 
TS.triHPacyl.COelim.pppmpttpmu 2.130e+44 5.05  5.05  4.443e+40 0.0177    19623 
TS.triHPacyl.COelim.ptmmpttmmu 2.106e+44 5.05  5.05  4.439e+40 0.0176    19624 
TS.triHPacyl.COelim.ptttmmmppu 9.607e+44 5.95  5.95  4.438e+40 0.0176    19625 
TS.triHPacyl.COelim.pttpptpppu 1.476e+44 4.84  4.84  4.428e+40 0.0176    19626 
TS.triHPacyl.COelim.tpptmmpmpu 1.101e+45 6.04  6.04  4.364e+40 0.0174    19627 
TS.triHPacyl.COelim.ptmtmmmppu 4.455e+44 5.51  5.51  4.319e+40 0.0172    19628 
TS.triHPacyl.COelim.tptmmppmpu 1.019e+44 4.64  4.64  4.260e+40 0.0169    19629 
TS.triHPacyl.COelim.tmppmmmmmu 8.207e+43 4.51  4.51  4.231e+40 0.0168    19630 
TS.triHPacyl.COelim.mptppmppmu 9.922e+43 4.63  4.63  4.223e+40 0.0168    19631 
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TS.triHPacyl.COelim.tttpmmtpmu 8.899e+44 5.94  5.94  4.212e+40 0.0167    19632 
TS.triHPacyl.COelim.ptmmppmmpu 2.095e+44 5.08  5.08  4.198e+40 0.0167    19633 
TS.triHPacyl.COelim.ptpmppmppu 6.480e+43 4.38  4.38  4.188e+40 0.0167    19634 
TS.triHPacyl.COelim.ptmtmtpppu 1.749e+44 4.98  4.98  4.108e+40 0.0163    19635 
TS.triHPacyl.COelim.ppmmmptppu 2.783e+44 5.26  5.26  4.099e+40 0.0163    19636 
TS.triHPacyl.COelim.tptmpmpmpu 1.812e+44 5.01  5.01  4.028e+40 0.016     19637 
TS.triHPacyl.COelim.ptttmmpppu 7.372e+44 5.85  5.85  4.018e+40 0.016     19638 
TS.triHPacyl.COelim.tptmmppmmu 3.873e+44 5.47  5.47  4.012e+40 0.016     19639 
TS.triHPacyl.COelim.tptpmmtpmu 4.861e+44 5.61  5.61  4.008e+40 0.0159    19640 
TS.triHPacyl.COelim.tmmpmttmmu 1.808e+44 5.02  5.02  3.989e+40 0.0159    19641 
TS.triHPacyl.COelim.pptpptpmmu 9.704e+43 4.65  4.65  3.980e+40 0.0158    19642 
TS.triHPacyl.COelim.ptpmmmpppu 7.043e+43 4.47  4.47  3.901e+40 0.0155    19643 
TS.triHPacyl.COelim.ptmmptmpmu 3.141e+44 5.36  5.36  3.898e+40 0.0155    19644 
TS.triHPacyl.COelim.pttmptpmmu 3.604e+44 5.44  5.44  3.896e+40 0.0155    19645 
TS.triHPacyl.COelim.tppmmtpmmu 4.787e+44 5.62  5.62  3.877e+40 0.0154    19646 
TS.triHPacyl.COelim.pmmmpppmpu 3.301e+43 4.02  4.02  3.868e+40 0.0154    19647 
TS.triHPacyl.COelim.pttmppppmu 2.565e+44 5.25  5.25  3.852e+40 0.0153    19648 
TS.triHPacyl.COelim.ptppppmpmu 1.549e+44 4.95  4.95  3.820e+40 0.0152    19649 
TS.triHPacyl.COelim.tpmpmmppmu 7.249e+43 4.50  4.50  3.803e+40 0.0151    19650 
TS.triHPacyl.COelim.tttmmttmpu 2.141e+44 5.15  5.15  3.800e+40 0.0151    19651 
TS.triHPacyl.COelim.tmmmmtmppu 1.293e+44 4.86  4.86  3.710e+40 0.0148    19652 
TS.triHPacyl.COelim.tpppmtpppu 1.414e+45 6.29  6.29  3.707e+40 0.0147    19653 
TS.triHPacyl.COelim.ptptmppmmu 2.491e+44 5.26  5.26  3.700e+40 0.0147    19654 
TS.triHPacyl.COelim.mpmmmmpmmu 1.230e+44 4.83  4.83  3.696e+40 0.0147    19655 
TS.triHPacyl.COelim.tpptmtpmpu 6.505e+44 5.84  5.84  3.649e+40 0.0145    19656 
TS.triHPacyl.COelim.pmppmmpmpu 9.473e+43 4.69  4.69  3.649e+40 0.0145    19657 
TS.triHPacyl.COelim.ppmppttmmu 1.372e+44 4.91  4.91  3.640e+40 0.0145    19658 
TS.triHPacyl.COelim.pmtmmmtmmu 2.012e+44 5.14  5.14  3.639e+40 0.0145    19659 
TS.triHPacyl.COelim.ptttmttmpu 4.697e+44 5.64  5.64  3.628e+40 0.0144    19660 
TS.triHPacyl.COelim.ttpmmmmppu 6.868e+43 4.50  4.50  3.619e+40 0.0144    19661 
TS.triHPacyl.COelim.ptpmpptppu 7.442e+43 4.55  4.55  3.614e+40 0.0144    19662 
TS.triHPacyl.COelim.pttmmpmpmu 2.767e+44 5.34  5.34  3.582e+40 0.0142    19663 
TS.triHPacyl.COelim.pttmptppmu 2.404e+44 5.25  5.25  3.575e+40 0.0142    19664 
TS.triHPacyl.COelim.ptmmmpmmpu 1.642e+44 5.03  5.03  3.543e+40 0.0141    19665 
TS.triHPacyl.COelim.tpmmpmmppu 5.058e+43 4.33  4.33  3.529e+40 0.014     19666 
TS.triHPacyl.COelim.mmpppppmpu 1.762e+44 5.08  5.08  3.514e+40 0.014     19667 
TS.triHPacyl.COelim.ptmmptmmpu 1.212e+44 4.86  4.86  3.498e+40 0.0139    19668 
TS.triHPacyl.COelim.pttmptpmpu 2.123e+44 5.20  5.20  3.483e+40 0.0138    19669 
TS.triHPacyl.COelim.tmmtmtppmu 1.420e+44 4.96  4.96  3.443e+40 0.0137    19670 
TS.triHPacyl.COelim.tmttmmtmpu 8.043e+44 6.01  6.01  3.393e+40 0.0135    19671 
TS.triHPacyl.COelim.ttppmppmpu 4.056e+44 5.60  5.60  3.379e+40 0.0134    19672 
TS.triHPacyl.COelim.pttmpppmmu 5.700e+44 5.81  5.81  3.361e+40 0.0134    19673 
TS.triHPacyl.COelim.pttmptmpmu 5.731e+44 5.81  5.81  3.355e+40 0.0133    19674 
TS.triHPacyl.COelim.tmtppppppu 2.428e+44 5.30  5.30  3.340e+40 0.0133    19675 
TS.triHPacyl.COelim.tpmmmppmpu 2.354e+44 5.29  5.29  3.323e+40 0.0132    19676 
TS.triHPacyl.COelim.tmmmmmppmu 9.684e+43 4.76  4.76  3.321e+40 0.0132    19677 
TS.triHPacyl.COelim.tttpmmpppu 1.672e+44 5.08  5.08  3.319e+40 0.0132    19678 
TS.triHPacyl.COelim.ppmmmtpppu 2.872e+43 4.04  4.04  3.289e+40 0.0131    19679 
TS.triHPacyl.COelim.ptmmpmppmu 1.308e+44 4.94  4.94  3.280e+40 0.013     19680 
TS.triHPacyl.COelim.ptpmmppmpu 4.907e+43 4.36  4.36  3.265e+40 0.013     19681 
TS.triHPacyl.COelim.tpptmmpmmu 5.127e+44 5.76  5.76  3.243e+40 0.0129    19682 
TS.triHPacyl.COelim.pttmmtpmpu 2.198e+44 5.26  5.26  3.223e+40 0.0128    19683 
TS.triHPacyl.COelim.mmpmpmpppu 8.828e+43 4.72  4.72  3.222e+40 0.0128    19684 
TS.triHPacyl.COelim.ttmmmmmmpu 1.971e+44 5.20  5.20  3.197e+40 0.0127    19685 
TS.triHPacyl.COelim.tppmptppmu 7.288e+43 4.62  4.62  3.156e+40 0.0125    19686 
TS.triHPacyl.COelim.ptttmmmmpu 8.654e+44 6.09  6.09  3.154e+40 0.0125    19687 
TS.triHPacyl.COelim.mttpppppmu 1.167e+44 4.90  4.90  3.128e+40 0.0124    19688 
TS.triHPacyl.COelim.pmtmppppmu 2.413e+44 5.34  5.34  3.094e+40 0.0123    19689 
TS.triHPacyl.COelim.tmtmpppppu 1.296e+44 4.98  4.98  3.060e+40 0.0122    19690 
TS.triHPacyl.COelim.mptpptppmu 8.740e+43 4.74  4.74  3.057e+40 0.0122    19691 
TS.triHPacyl.COelim.tttppmpppu 1.271e+45 6.34  6.34  3.034e+40 0.0121    19692 
TS.triHPacyl.COelim.pmtmpmtmmu 7.376e+44 6.02  6.02  3.034e+40 0.0121    19693 
TS.triHPacyl.COelim.tptpmtpppu 2.227e+44 5.31  5.31  3.028e+40 0.012     19694 
TS.triHPacyl.COelim.ppmtmtmpmu 1.060e+44 4.87  4.87  3.007e+40 0.012     19695 
TS.triHPacyl.COelim.pttmpppmpu 3.125e+44 5.52  5.52  2.988e+40 0.0119    19696 
TS.triHPacyl.COelim.ttmmpmtppu 2.477e+45 6.76  6.76  2.949e+40 0.0117    19697 
TS.triHPacyl.COelim.pptpptmpmu 8.160e+43 4.74  4.74  2.893e+40 0.0115    19698 
TS.triHPacyl.COelim.pttpmmmppu 1.032e+45 6.25  6.25  2.887e+40 0.0115    19699 
TS.triHPacyl.COelim.ptppppppmu 3.635e+44 5.63  5.63  2.878e+40 0.0114    19700 
TS.triHPacyl.COelim.ttmmmttppu 4.945e+44 5.81  5.81  2.875e+40 0.0114    19701 
TS.triHPacyl.COelim.pttmpptmmu 7.117e+44 6.04  6.04  2.832e+40 0.0113    19702 
TS.triHPacyl.COelim.mtmmpmtmpu 1.590e+44 5.15  5.15  2.811e+40 0.0112    19703 
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TS.triHPacyl.COelim.pptmmtmppu 8.124e+43 4.75  4.75  2.808e+40 0.0112    19704 
TS.triHPacyl.COelim.tttmmmmppu 3.277e+44 5.58  5.58  2.807e+40 0.0112    19705 
TS.triHPacyl.COelim.ptppmmtpmu 1.349e+44 5.06  5.06  2.787e+40 0.0111    19706 
TS.triHPacyl.COelim.ptmmpmmpmu 3.187e+44 5.58  5.58  2.756e+40 0.011     19707 
TS.triHPacyl.COelim.ppmmmttppu 1.302e+44 5.05  5.05  2.733e+40 0.0109    19708 
TS.triHPacyl.COelim.pmtmpptmpu 9.766e+43 4.88  4.88  2.729e+40 0.0109    19709 
TS.triHPacyl.COelim.mmpppptmpu 5.158e+44 5.87  5.87  2.726e+40 0.0108    19710 
TS.triHPacyl.COelim.tttmpttmmu 6.431e+45 7.38  7.38  2.724e+40 0.0108    19711 
TS.triHPacyl.COelim.ptmpmmmppu 4.343e+44 5.77  5.77  2.712e+40 0.0108    19712 
TS.triHPacyl.COelim.mtmmpmpmpu 1.009e+44 4.91  4.91  2.692e+40 0.0107    19713 
TS.triHPacyl.COelim.ptmmptppmu 1.280e+44 5.05  5.05  2.688e+40 0.0107    19714 
TS.triHPacyl.COelim.ptppppmppu 1.402e+44 5.11  5.11  2.660e+40 0.0106    19715 
TS.triHPacyl.COelim.pptmppmmmu 6.134e+44 6.00  6.00  2.621e+40 0.0104    19716 
TS.triHPacyl.COelim.tttmmmtppu 3.087e+44 5.59  5.59  2.613e+40 0.0104    19717 
TS.triHPacyl.COelim.ppttpptmpu 2.212e+44 5.39  5.39  2.610e+40 0.0104    19718 
TS.triHPacyl.COelim.tpmmpmtmpu 1.445e+44 5.14  5.14  2.601e+40 0.0103    19719 
TS.triHPacyl.COelim.tttpppmpmu 3.694e+45 7.07  7.07  2.594e+40 0.0103    19720 
TS.triHPacyl.COelim.mmpppmpppu 9.544e+44 6.27  6.27  2.590e+40 0.0103    19721 
TS.triHPacyl.COelim.tmtpmttpmu 3.840e+44 5.73  5.73  2.580e+40 0.0103    19722 
TS.triHPacyl.COelim.ttmpmmtmmu 8.865e+43 4.86  4.86  2.566e+40 0.0102    19723 
TS.triHPacyl.COelim.mtpppmpmmu 4.761e+43 4.49  4.49  2.561e+40 0.0102    19724 
TS.triHPacyl.COelim.tttmpptmpu 1.369e+45 6.49  6.49  2.548e+40 0.0101    19725 
TS.triHPacyl.COelim.tmtmmmpmmu 1.054e+45 6.34  6.34  2.545e+40 0.0101    19726 
TS.triHPacyl.COelim.pmtmppmmpu 2.984e+44 5.59  5.59  2.532e+40 0.0101    19727 
TS.triHPacyl.COelim.pmmmpttppu 5.216e+43 4.55  4.55  2.531e+40 0.0101    19728 
TS.triHPacyl.COelim.tppmptpmmu 6.482e+43 4.68  4.68  2.530e+40 0.0101    19729 
TS.triHPacyl.COelim.pttmpttmmu 6.819e+44 6.08  6.08  2.530e+40 0.0101    19730 
TS.triHPacyl.COelim.tmtmmpppmu 1.461e+44 5.17  5.17  2.521e+40 0.01      19731 
TS.triHPacyl.COelim.tpmpmtppmu 4.291e+43 4.44  4.44  2.496e+40 0.00992   19732 
TS.triHPacyl.COelim.tmtmptppmu 3.542e+44 5.70  5.70  2.482e+40 0.00987   19733 
TS.triHPacyl.COelim.tttmmtmppu 4.364e+44 5.83  5.83  2.477e+40 0.00985   19734 
TS.triHPacyl.COelim.pmtppttmpu 1.871e+44 5.32  5.32  2.473e+40 0.00983   19735 
TS.triHPacyl.COelim.tppmpppmmu 4.385e+43 4.46  4.46  2.459e+40 0.00978   19736 
TS.triHPacyl.COelim.ptmtmmtmmu 5.730e+44 6.00  6.00  2.452e+40 0.00975   19737 
TS.triHPacyl.COelim.tptpmmmpmu 7.863e+43 4.81  4.81  2.451e+40 0.00975   19738 
TS.triHPacyl.COelim.ppmpmtmppu 3.402e+43 4.33  4.33  2.383e+40 0.00947   19739 
TS.triHPacyl.COelim.tttmmmmpmu 6.681e+44 6.11  6.11  2.377e+40 0.00945   19740 
TS.triHPacyl.COelim.mppmmtpmmu 1.930e+44 5.37  5.37  2.354e+40 0.00936   19741 
TS.triHPacyl.COelim.mmpppptppu 3.445e+44 5.72  5.72  2.347e+40 0.00933   19742 
TS.triHPacyl.COelim.ptttmmmmmu 7.921e+44 6.22  6.22  2.341e+40 0.00931   19743 
TS.triHPacyl.COelim.pptmptppmu 8.148e+43 4.86  4.86  2.340e+40 0.0093    19744 
TS.triHPacyl.COelim.mptmpmtppu 2.988e+44 5.64  5.64  2.324e+40 0.00924   19745 
TS.triHPacyl.COelim.pttmptmppu 1.940e+44 5.38  5.38  2.320e+40 0.00922   19746 
TS.triHPacyl.COelim.tmtmmtpmpu 1.821e+44 5.35  5.35  2.301e+40 0.00915   19747 
TS.triHPacyl.COelim.pptmpppppu 3.384e+43 4.35  4.35  2.298e+40 0.00914   19748 
TS.triHPacyl.COelim.ptpmmpmmpu 7.935e+43 4.86  4.86  2.275e+40 0.00904   19749 
TS.triHPacyl.COelim.ppppppmmpu 3.251e+44 5.71  5.71  2.267e+40 0.00901   19750 
TS.triHPacyl.COelim.pmpppttpmu 7.067e+43 4.80  4.80  2.252e+40 0.00895   19751 
TS.triHPacyl.COelim.mppmpttpmu 1.364e+44 5.19  5.19  2.247e+40 0.00893   19752 
TS.triHPacyl.COelim.tmtmmmtppu 4.169e+44 5.86  5.86  2.228e+40 0.00886   19753 
TS.triHPacyl.COelim.pppmpptpmu 2.801e+44 5.63  5.63  2.217e+40 0.00881   19754 
TS.triHPacyl.COelim.ppmtmtmppu 1.068e+44 5.06  5.06  2.214e+40 0.0088    19755 
TS.triHPacyl.COelim.tttmmmtmmu 4.265e+44 5.88  5.88  2.207e+40 0.00878   19756 
TS.triHPacyl.COelim.ppmpptppmu 3.577e+43 4.41  4.41  2.202e+40 0.00876   19757 
TS.triHPacyl.COelim.mmtmpmppmu 4.026e+44 5.85  5.85  2.197e+40 0.00873   19758 
TS.triHPacyl.COelim.pppmpttmmu 1.931e+44 5.42  5.42  2.171e+40 0.00863   19759 
TS.triHPacyl.COelim.tttmmttppu 6.647e+44 6.16  6.16  2.169e+40 0.00862   19760 
TS.triHPacyl.COelim.pptpmpmpmu 7.192e+43 4.85  4.85  2.113e+40 0.0084    19761 
TS.triHPacyl.COelim.tmmmmmmppu 5.121e+43 4.65  4.65  2.106e+40 0.00837   19762 
TS.triHPacyl.COelim.tptmmtppmu 5.768e+44 6.09  6.09  2.094e+40 0.00833   19763 
TS.triHPacyl.COelim.tttmmmppmu 1.895e+44 5.44  5.44  2.071e+40 0.00823   19764 
TS.triHPacyl.COelim.pmpppttmmu 8.514e+43 4.96  4.96  2.069e+40 0.00823   19765 
TS.triHPacyl.COelim.ttmmpmtmmu 1.026e+45 6.45  6.45  2.068e+40 0.00822   19766 
TS.triHPacyl.COelim.ptpmptpmpu 8.825e+43 4.98  4.98  2.064e+40 0.00821   19767 
TS.triHPacyl.COelim.tmtmmtmmmu 8.767e+44 6.36  6.36  2.048e+40 0.00814   19768 
TS.triHPacyl.COelim.ppmmptpppu 2.100e+43 4.13  4.13  2.047e+40 0.00814   19769 
TS.triHPacyl.COelim.tttmmtmpmu 8.753e+44 6.37  6.37  2.010e+40 0.00799   19770 
TS.triHPacyl.COelim.mmpmptpmpu 6.318e+43 4.80  4.80  2.004e+40 0.00797   19771 
TS.triHPacyl.COelim.ttpmmmpmpu 7.444e+43 4.90  4.90  1.991e+40 0.00792   19772 
TS.triHPacyl.COelim.pttppptmpu 5.211e+44 6.07  6.07  1.987e+40 0.0079    19773 
TS.triHPacyl.COelim.mpmmmtmppu 4.103e+43 4.55  4.55  1.985e+40 0.00789   19774 
TS.triHPacyl.COelim.mtpppmpmpu 1.658e+44 5.39  5.39  1.979e+40 0.00787   19775 
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TS.triHPacyl.COelim.tpmpmtmmmu 6.705e+43 4.85  4.85  1.962e+40 0.0078    19776 
TS.triHPacyl.COelim.mmtpmmtmpu 6.516e+44 6.21  6.21  1.960e+40 0.00779   19777 
TS.triHPacyl.COelim.ppmppptmmu 1.379e+44 5.28  5.28  1.953e+40 0.00777   19778 
TS.triHPacyl.COelim.ppmpppmpmu 3.373e+43 4.45  4.45  1.948e+40 0.00775   19779 
TS.triHPacyl.COelim.tptpmmpppu 1.805e+44 5.45  5.45  1.948e+40 0.00775   19780 
TS.triHPacyl.COelim.ttmmmmppmu 1.870e+44 5.47  5.47  1.925e+40 0.00765   19781 
TS.triHPacyl.COelim.ptmtmmmpmu 5.579e+44 6.13  6.13  1.919e+40 0.00763   19782 
TS.triHPacyl.COelim.ppmpmmmppu 3.639e+43 4.50  4.50  1.919e+40 0.00763   19783 
TS.triHPacyl.COelim.ttpppmmpmu 1.957e+44 5.51  5.51  1.908e+40 0.00759   19784 
TS.triHPacyl.COelim.ptttmtpppu 4.362e+44 5.98  5.98  1.904e+40 0.00757   19785 
TS.triHPacyl.COelim.ptpppttppu 5.558e+44 6.13  6.13  1.888e+40 0.00751   19786 
TS.triHPacyl.COelim.ptmtmmtmpu 1.076e+45 6.54  6.54  1.862e+40 0.0074    19787 
TS.triHPacyl.COelim.ptttmmpmmu 6.445e+44 6.24  6.24  1.844e+40 0.00733   19788 
TS.triHPacyl.COelim.mmpmpttmpu 3.802e+44 5.93  5.93  1.827e+40 0.00727   19789 
TS.triHPacyl.COelim.ptmmmmmmmu 6.368e+44 6.24  6.24  1.816e+40 0.00722   19790 
TS.triHPacyl.COelim.ptpmmmtmpu 1.098e+44 5.20  5.20  1.803e+40 0.00717   19791 
TS.triHPacyl.COelim.tpptpmpmmu 1.054e+45 6.54  6.54  1.803e+40 0.00717   19792 
TS.triHPacyl.COelim.ppppmmpmpu 2.995e+44 5.80  5.80  1.797e+40 0.00715   19793 
TS.triHPacyl.COelim.pptmptmpmu 6.034e+44 6.21  6.21  1.792e+40 0.00712   19794 
TS.triHPacyl.COelim.ptmmmmtppu 4.885e+44 6.09  6.09  1.788e+40 0.00711   19795 
TS.triHPacyl.COelim.mpmmptmpmu 6.839e+43 4.92  4.92  1.783e+40 0.00709   19796 
TS.triHPacyl.COelim.ptpppptpmu 2.707e+44 5.74  5.74  1.772e+40 0.00705   19797 
TS.triHPacyl.COelim.tppmmppmmu 1.261e+44 5.30  5.30  1.727e+40 0.00687   19798 
TS.triHPacyl.COelim.tmtmmttppu 2.002e+44 5.58  5.58  1.727e+40 0.00687   19799 
TS.triHPacyl.COelim.tmtpmmtpmu 4.470e+44 6.06  6.06  1.719e+40 0.00684   19800 
TS.triHPacyl.COelim.ptptptpmmu 2.303e+44 5.67  5.67  1.692e+40 0.00673   19801 
TS.triHPacyl.COelim.tmtmmtpmmu 5.220e+44 6.16  6.16  1.690e+40 0.00672   19802 
TS.triHPacyl.COelim.pmmmptmmpu 4.871e+43 4.76  4.76  1.670e+40 0.00664   19803 
TS.triHPacyl.COelim.pttmppmpmu 5.328e+44 6.18  6.18  1.667e+40 0.00663   19804 
TS.triHPacyl.COelim.mmppmmppmu 3.948e+44 6.01  6.01  1.660e+40 0.0066    19805 
TS.triHPacyl.COelim.pmptmmpmmu 1.995e+44 5.60  5.60  1.656e+40 0.00659   19806 
TS.triHPacyl.COelim.mmtmmmtmmu 6.792e+44 6.33  6.33  1.654e+40 0.00658   19807 
TS.triHPacyl.COelim.tmtmmmmmmu 1.022e+45 6.58  6.58  1.654e+40 0.00658   19808 
TS.triHPacyl.COelim.mtmmmmpmpu 1.004e+44 5.19  5.19  1.652e+40 0.00657   19809 
TS.triHPacyl.COelim.ppppppmppu 1.202e+44 5.30  5.30  1.644e+40 0.00654   19810 
TS.triHPacyl.COelim.pttpppmmmu 2.587e+44 5.77  5.77  1.629e+40 0.00648   19811 
TS.triHPacyl.COelim.tttmmtpmmu 4.845e+44 6.15  6.15  1.609e+40 0.0064    19812 
TS.triHPacyl.COelim.ppmmppmmpu 5.300e+43 4.83  4.83  1.595e+40 0.00634   19813 
TS.triHPacyl.COelim.tmttmmtmmu 8.233e+44 6.48  6.48  1.577e+40 0.00627   19814 
TS.triHPacyl.COelim.ppmppttpmu 1.789e+44 5.57  5.57  1.557e+40 0.00619   19815 
TS.triHPacyl.COelim.ttpppmppmu 2.693e+44 5.82  5.82  1.550e+40 0.00617   19816 
TS.triHPacyl.COelim.tptmmmppmu 5.054e+44 6.21  6.21  1.517e+40 0.00603   19817 
TS.triHPacyl.COelim.pptpmmpppu 1.279e+44 5.39  5.39  1.513e+40 0.00602   19818 
TS.triHPacyl.COelim.mmmmmmpppu 2.982e+44 5.90  5.90  1.511e+40 0.00601   19819 
TS.triHPacyl.COelim.pttppttmpu 5.134e+44 6.22  6.22  1.510e+40 0.006     19820 
TS.triHPacyl.COelim.tmtppptmpu 3.824e+44 6.05  6.05  1.503e+40 0.00598   19821 
TS.triHPacyl.COelim.ttmmmmmpmu 3.269e+44 5.96  5.96  1.494e+40 0.00594   19822 
TS.triHPacyl.COelim.ppttpptmmu 2.101e+44 5.70  5.70  1.475e+40 0.00587   19823 
TS.triHPacyl.COelim.ppmpmtmmmu 1.145e+44 5.34  5.34  1.471e+40 0.00585   19824 
TS.triHPacyl.COelim.pptppppppu 4.342e+43 4.77  4.77  1.457e+40 0.0058    19825 
TS.triHPacyl.COelim.ppmtmpmppu 9.804e+43 5.26  5.26  1.448e+40 0.00576   19826 
TS.triHPacyl.COelim.ppppptpppu 1.955e+44 5.68  5.68  1.413e+40 0.00562   19827 
TS.triHPacyl.COelim.tmttmtpppu 3.363e+44 6.01  6.01  1.411e+40 0.00561   19828 
TS.triHPacyl.COelim.ptmtmpmppu 3.266e+44 5.99  5.99  1.410e+40 0.00561   19829 
TS.triHPacyl.COelim.mmtpmppppu 4.123e+44 6.13  6.13  1.408e+40 0.0056    19830 
TS.triHPacyl.COelim.ttmmmttmmu 2.585e+44 5.86  5.86  1.403e+40 0.00558   19831 
TS.triHPacyl.COelim.mmpmpttmmu 9.278e+44 6.62  6.62  1.385e+40 0.00551   19832 
TS.triHPacyl.COelim.mmtmpmpppu 3.724e+44 6.09  6.09  1.372e+40 0.00546   19833 
TS.triHPacyl.COelim.ttmmpmmppu 1.078e+45 6.72  6.72  1.369e+40 0.00544   19834 
TS.triHPacyl.COelim.pmtppmtmpu 7.066e+44 6.47  6.47  1.363e+40 0.00542   19835 
TS.triHPacyl.COelim.ppptpppmmu 4.539e+44 6.21  6.21  1.363e+40 0.00542   19836 
TS.triHPacyl.COelim.tppmmtpmpu 1.494e+44 5.55  5.55  1.360e+40 0.00541   19837 
TS.triHPacyl.COelim.tmppmttmmu 1.601e+44 5.59  5.59  1.355e+40 0.00539   19838 
TS.triHPacyl.COelim.pttmppmmpu 2.423e+45 7.23  7.23  1.307e+40 0.0052    19839 
TS.triHPacyl.COelim.ppptpttppu 5.519e+44 6.35  6.35  1.304e+40 0.00519   19840 
TS.triHPacyl.COelim.mptpptmpmu 7.558e+43 5.17  5.17  1.295e+40 0.00515   19841 
TS.triHPacyl.COelim.tppmmttpmu 8.693e+44 6.63  6.63  1.293e+40 0.00514   19842 
TS.triHPacyl.COelim.mmpmpttppu 3.179e+44 6.03  6.03  1.282e+40 0.0051    19843 
TS.triHPacyl.COelim.tttpmmtmpu 4.241e+44 6.21  6.21  1.280e+40 0.00509   19844 
TS.triHPacyl.COelim.ppmtmmpmpu 1.142e+44 5.42  5.42  1.278e+40 0.00508   19845 
TS.triHPacyl.COelim.pptmmttmpu 1.850e+44 5.71  5.71  1.273e+40 0.00506   19846 
TS.triHPacyl.COelim.ttppmmtpmu 1.784e+44 5.69  5.69  1.271e+40 0.00506   19847 
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TS.triHPacyl.COelim.pmttptpppu 3.314e+44 6.06  6.06  1.267e+40 0.00504   19848 
TS.triHPacyl.COelim.tmmtmmpmpu 1.885e+44 5.73  5.73  1.263e+40 0.00502   19849 
TS.triHPacyl.COelim.pppmpptmmu 2.964e+44 6.01  6.01  1.238e+40 0.00492   19850 
TS.triHPacyl.COelim.tttmmtppmu 3.257e+44 6.07  6.07  1.235e+40 0.00491   19851 
TS.triHPacyl.COelim.ptttmpmmpu 6.915e+44 6.52  6.52  1.231e+40 0.00489   19852 
TS.triHPacyl.COelim.tttpmttpmu 7.400e+44 6.56  6.56  1.225e+40 0.00487   19853 
TS.triHPacyl.COelim.ptttmpmmmu 8.625e+44 6.66  6.66  1.222e+40 0.00486   19854 
TS.triHPacyl.COelim.mptmpmpppu 1.177e+44 5.47  5.47  1.215e+40 0.00483   19855 
TS.triHPacyl.COelim.mtppmmpmmu 6.238e+43 5.09  5.09  1.215e+40 0.00483   19856 
TS.triHPacyl.COelim.tpptmppmpu 2.537e+44 5.93  5.93  1.210e+40 0.00481   19857 
TS.triHPacyl.COelim.pttpmpmmmu 1.838e+44 5.74  5.74  1.209e+40 0.00481   19858 
TS.triHPacyl.COelim.tpptptpmmu 6.399e+44 6.49  6.49  1.204e+40 0.00479   19859 
TS.triHPacyl.COelim.mmpmptpmmu 2.272e+44 5.87  5.87  1.198e+40 0.00476   19860 
TS.triHPacyl.COelim.tttpmtpppu 1.883e+44 5.76  5.76  1.195e+40 0.00475   19861 
TS.triHPacyl.COelim.mpmmpmmpmu 7.422e+43 5.21  5.21  1.195e+40 0.00475   19862 
TS.triHPacyl.COelim.mmpmpmtmmu 2.285e+45 7.25  7.25  1.194e+40 0.00475   19863 
TS.triHPacyl.COelim.pmtmpttmmu 2.625e+44 5.96  5.96  1.188e+40 0.00472   19864 
TS.triHPacyl.COelim.pmmmpmtppu 9.319e+43 5.35  5.35  1.187e+40 0.00472   19865 
TS.triHPacyl.COelim.pptpmtpppu 1.163e+44 5.48  5.48  1.177e+40 0.00468   19866 
TS.triHPacyl.COelim.mttmpmpppu 2.080e+44 5.83  5.83  1.177e+40 0.00468   19867 
TS.triHPacyl.COelim.tmppmmpmpu 4.981e+44 6.35  6.35  1.174e+40 0.00467   19868 
TS.triHPacyl.COelim.tttpmttmpu 1.509e+45 7.01  7.01  1.173e+40 0.00466   19869 
TS.triHPacyl.COelim.pmmppmppmu 1.635e+43 4.32  4.32  1.171e+40 0.00466   19870 
TS.triHPacyl.COelim.mtmmmmmppu 3.384e+44 6.12  6.12  1.168e+40 0.00465   19871 
TS.triHPacyl.COelim.ptmtmmmmpu 1.111e+45 6.84  6.84  1.162e+40 0.00462   19872 
TS.triHPacyl.COelim.pmttmmpmmu 4.544e+44 6.31  6.31  1.159e+40 0.00461   19873 
TS.triHPacyl.COelim.mmtpmmtmmu 1.593e+45 7.06  7.06  1.152e+40 0.00458   19874 
TS.triHPacyl.COelim.mttppmpppu 1.797e+44 5.76  5.76  1.148e+40 0.00457   19875 
TS.triHPacyl.COelim.ppmmmmtppu 1.297e+44 5.56  5.56  1.146e+40 0.00456   19876 
TS.triHPacyl.COelim.tptmmtmppu 9.564e+43 5.39  5.39  1.138e+40 0.00453   19877 
TS.triHPacyl.COelim.ttmpmttmmu 2.191e+44 5.89  5.89  1.128e+40 0.00449   19878 
TS.triHPacyl.COelim.ppppmpmppu 1.179e+44 5.52  5.52  1.128e+40 0.00449   19879 
TS.triHPacyl.COelim.ppmpmmmmmu 1.396e+44 5.62  5.62  1.125e+40 0.00447   19880 
TS.triHPacyl.COelim.pmpppmtmmu 8.447e+43 5.32  5.32  1.124e+40 0.00447   19881 
TS.triHPacyl.COelim.ptptptmppu 5.995e+44 6.49  6.49  1.121e+40 0.00446   19882 
TS.triHPacyl.COelim.pptmmptppu 1.107e+44 5.49  5.49  1.118e+40 0.00445   19883 
TS.triHPacyl.COelim.pmpppmtpmu 6.213e+43 5.15  5.15  1.109e+40 0.00441   19884 
TS.triHPacyl.COelim.pptppppmmu 1.432e+44 5.65  5.65  1.096e+40 0.00436   19885 
TS.triHPacyl.COelim.ptttmpmpmu 5.664e+44 6.47  6.47  1.096e+40 0.00436   19886 
TS.triHPacyl.COelim.mtmmpppmpu 1.043e+44 5.46  5.46  1.095e+40 0.00435   19887 
TS.triHPacyl.COelim.pptpppmpmu 6.702e+43 5.20  5.20  1.094e+40 0.00435   19888 
TS.triHPacyl.COelim.ppptpttmpu 4.508e+44 6.34  6.34  1.092e+40 0.00434   19889 
TS.triHPacyl.COelim.ptmtmptmmu 3.952e+44 6.26  6.26  1.091e+40 0.00434   19890 
TS.triHPacyl.COelim.ppmtmpmpmu 7.109e+43 5.24  5.24  1.074e+40 0.00427   19891 
TS.triHPacyl.COelim.mmpmpmtpmu 5.383e+44 6.45  6.45  1.072e+40 0.00426   19892 
TS.triHPacyl.COelim.tttppttmpu 1.265e+45 6.96  6.96  1.071e+40 0.00426   19893 
TS.triHPacyl.COelim.pmmmpmmmpu 5.888e+43 5.14  5.14  1.066e+40 0.00424   19894 
TS.triHPacyl.COelim.pmppmtpppu 5.806e+44 6.50  6.50  1.064e+40 0.00423   19895 
TS.triHPacyl.COelim.tpttmttmpu 5.583e+44 6.48  6.48  1.055e+40 0.0042    19896 
TS.triHPacyl.COelim.mtmmpptmpu 1.534e+44 5.72  5.72  1.054e+40 0.00419   19897 
TS.triHPacyl.COelim.mmtmmptmpu 2.535e+44 6.01  6.01  1.053e+40 0.00419   19898 
TS.triHPacyl.COelim.ttmmmtmpmu 3.074e+44 6.13  6.13  1.048e+40 0.00417   19899 
TS.triHPacyl.COelim.tpptmppmmu 2.890e+44 6.10  6.10  1.045e+40 0.00416   19900 
TS.triHPacyl.COelim.tmttpttmpu 8.266e+44 6.72  6.72  1.045e+40 0.00415   19901 
TS.triHPacyl.COelim.pttpptmmmu 1.821e+44 5.83  5.83  1.038e+40 0.00413   19902 
TS.triHPacyl.COelim.tpmpmmmmmu 8.519e+43 5.38  5.38  1.023e+40 0.00407   19903 
TS.triHPacyl.COelim.mmtmmppppu 1.985e+44 5.89  5.89  1.022e+40 0.00406   19904 
TS.triHPacyl.COelim.mpmmmmmppu 3.908e+43 4.92  4.92  1.011e+40 0.00402   19905 
TS.triHPacyl.COelim.ptppptmmpu 2.415e+44 6.01  6.01  1.011e+40 0.00402   19906 
TS.triHPacyl.COelim.ptpmptmppu 6.390e+43 5.22  5.22  1.010e+40 0.00401   19907 
TS.triHPacyl.COelim.tttpmmmmmu 2.033e+44 5.91  5.91  1.009e+40 0.00401   19908 
TS.triHPacyl.COelim.pmtmpptmmu 2.368e+44 6.00  6.00  1.007e+40 0.00401   19909 
TS.triHPacyl.COelim.pmtpptmpmu 5.217e+43 5.10  5.10  1.007e+40 0.00401   19910 
TS.triHPacyl.COelim.mttmpmtmpu 2.279e+44 5.98  5.98  1.005e+40 0.004     19911 
TS.triHPacyl.COelim.tmmtmmpmmu 4.276e+43 4.98  4.98  1.001e+40 0.00398   19912 
TS.triHPacyl.COelim.tpptmttpmu 2.407e+45 7.39  7.39  9.970e+39 0.00396   19913 
TS.triHPacyl.COelim.ptptpppmpu 6.675e+44 6.63  6.63  9.952e+39 0.00396   19914 
TS.triHPacyl.COelim.tttmmtpmpu 2.191e+44 5.96  5.96  9.949e+39 0.00396   19915 
TS.triHPacyl.COelim.ppmtptpmpu 2.354e+44 6.01  6.01  9.899e+39 0.00394   19916 
TS.triHPacyl.COelim.pptmmmtmpu 1.453e+44 5.72  5.72  9.875e+39 0.00393   19917 
TS.triHPacyl.COelim.tmtmmtmppu 1.167e+44 5.59  5.59  9.872e+39 0.00393   19918 
TS.triHPacyl.COelim.pmppmtpmpu 5.710e+43 5.17  5.17  9.811e+39 0.0039    19919 
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TS.triHPacyl.COelim.tmtmppmppu 7.939e+43 5.37  5.37  9.796e+39 0.00389   19920 
TS.triHPacyl.COelim.ttmtmmmppu 8.197e+44 6.76  6.76  9.720e+39 0.00387   19921 
TS.triHPacyl.COelim.mptppmpppu 1.711e+44 5.83  5.83  9.672e+39 0.00385   19922 
TS.triHPacyl.COelim.tmpmmmpmpu 3.857e+44 6.32  6.32  9.619e+39 0.00382   19923 
TS.triHPacyl.COelim.pttmppmmmu 1.468e+45 7.12  7.12  9.551e+39 0.0038    19924 
TS.triHPacyl.COelim.tpmtmtpmpu 2.488e+44 6.06  6.06  9.544e+39 0.00379   19925 
TS.triHPacyl.COelim.ptmtptmppu 4.455e+44 6.41  6.41  9.459e+39 0.00376   19926 
TS.triHPacyl.COelim.tttmmmpmmu 4.894e+44 6.47  6.47  9.413e+39 0.00374   19927 
TS.triHPacyl.COelim.tmmpmttpmu 3.896e+44 6.34  6.34  9.389e+39 0.00373   19928 
TS.triHPacyl.COelim.mtpppppmmu 4.684e+43 5.08  5.08  9.342e+39 0.00371   19929 
TS.triHPacyl.COelim.tttmmmpmpu 2.779e+44 6.14  6.14  9.332e+39 0.00371   19930 
TS.triHPacyl.COelim.ptppmppppu 2.116e+44 5.98  5.98  9.316e+39 0.0037    19931 
TS.triHPacyl.COelim.tmmmptppmu 1.451e+44 5.76  5.76  9.313e+39 0.0037    19932 
TS.triHPacyl.COelim.tmmtmpppmu 4.417e+43 5.05  5.05  9.279e+39 0.00369   19933 
TS.triHPacyl.COelim.tmtpmmmpmu 6.102e+44 6.62  6.62  9.253e+39 0.00368   19934 
TS.triHPacyl.COelim.mtpppmmmmu 1.538e+44 5.80  5.80  9.195e+39 0.00366   19935 
TS.triHPacyl.COelim.pptmmmppmu 1.964e+44 5.95  5.95  9.080e+39 0.00361   19936 
TS.triHPacyl.COelim.mpmmpmmmpu 6.973e+43 5.33  5.33  9.064e+39 0.0036    19937 
TS.triHPacyl.COelim.tmppmttpmu 1.311e+44 5.71  5.71  9.032e+39 0.00359   19938 
TS.triHPacyl.COelim.mtpppmppmu 1.167e+44 5.64  5.64  9.014e+39 0.00358   19939 
TS.triHPacyl.COelim.tmmtmttmmu 5.027e+44 6.52  6.52  9.006e+39 0.00358   19940 
TS.triHPacyl.COelim.ppmmmmtpmu 2.910e+44 6.19  6.19  8.966e+39 0.00357   19941 
TS.triHPacyl.COelim.ppmmpmpmpu 8.603e+43 5.47  5.47  8.935e+39 0.00355   19942 
TS.triHPacyl.COelim.mtpppmmpmu 1.420e+44 5.77  5.77  8.907e+39 0.00354   19943 
TS.triHPacyl.COelim.mpppmtpmpu 4.683e+44 6.48  6.48  8.868e+39 0.00353   19944 
TS.triHPacyl.COelim.ppmtmmpmmu 3.614e+44 6.33  6.33  8.842e+39 0.00352   19945 
TS.triHPacyl.COelim.ppptmtmppu 5.606e+44 6.59  6.59  8.821e+39 0.00351   19946 
TS.triHPacyl.COelim.ppptpttmmu 6.012e+44 6.64  6.64  8.805e+39 0.0035    19947 
TS.triHPacyl.COelim.ppmmmmmmpu 8.419e+43 5.47  5.47  8.782e+39 0.00349   19948 
TS.triHPacyl.COelim.ptttmppmmu 3.876e+44 6.38  6.38  8.778e+39 0.00349   19949 
TS.triHPacyl.COelim.mtmmpmtmmu 2.096e+44 6.01  6.01  8.722e+39 0.00347   19950 
TS.triHPacyl.COelim.ptppppmmpu 2.756e+44 6.18  6.18  8.705e+39 0.00346   19951 
TS.triHPacyl.COelim.tptpptmpmu 2.846e+44 6.20  6.20  8.674e+39 0.00345   19952 
TS.triHPacyl.COelim.ptpppptppu 4.655e+44 6.49  6.49  8.669e+39 0.00345   19953 
TS.triHPacyl.COelim.pmppmmtmpu 5.920e+44 6.64  6.64  8.623e+39 0.00343   19954 
TS.triHPacyl.COelim.ptttmtpmpu 5.982e+44 6.65  6.65  8.604e+39 0.00342   19955 
TS.triHPacyl.COelim.ttmmmtmmpu 1.792e+44 5.93  5.93  8.545e+39 0.0034    19956 
TS.triHPacyl.COelim.ttpppmtpmu 4.876e+44 6.53  6.53  8.533e+39 0.00339   19957 
TS.triHPacyl.COelim.ptmtpmmppu 5.596e+44 6.62  6.62  8.438e+39 0.00335   19958 
TS.triHPacyl.COelim.mptpptpmmu 1.702e+44 5.91  5.91  8.426e+39 0.00335   19959 
TS.triHPacyl.COelim.tmtmptpmmu 1.338e+45 7.14  7.14  8.400e+39 0.00334   19960 
TS.triHPacyl.COelim.mtppptpmmu 6.571e+43 5.35  5.35  8.374e+39 0.00333   19961 
TS.triHPacyl.COelim.tpptmttppu 2.106e+45 7.41  7.41  8.356e+39 0.00332   19962 
TS.triHPacyl.COelim.pppmpmmpmu 1.846e+44 5.97  5.97  8.318e+39 0.00331   19963 
TS.triHPacyl.COelim.mmtmmmpmmu 1.836e+45 7.34  7.34  8.231e+39 0.00327   19964 
TS.triHPacyl.COelim.pptmptmppu 8.813e+43 5.53  5.53  8.198e+39 0.00326   19965 
TS.triHPacyl.COelim.pmmtptppmu 1.450e+44 5.83  5.83  8.162e+39 0.00325   19966 
TS.triHPacyl.COelim.ptptptmpmu 3.507e+44 6.37  6.37  8.093e+39 0.00322   19967 
TS.triHPacyl.COelim.pptmmtppmu 1.932e+44 6.01  6.01  8.083e+39 0.00321   19968 
TS.triHPacyl.COelim.ptptmmppmu 6.671e+44 6.75  6.75  8.053e+39 0.0032    19969 
TS.triHPacyl.COelim.tpmpmmmppu 1.787e+44 5.97  5.97  8.041e+39 0.0032    19970 
TS.triHPacyl.COelim.pmtmmmmppu 3.361e+44 6.34  6.34  8.029e+39 0.00319   19971 
TS.triHPacyl.COelim.tmtpmmmmmu 5.809e+44 6.67  6.67  7.997e+39 0.00318   19972 
TS.triHPacyl.COelim.ptpmmppppu 1.529e+44 5.88  5.88  7.991e+39 0.00318   19973 
TS.triHPacyl.COelim.tptmmmmpmu 8.109e+44 6.88  6.88  7.950e+39 0.00316   19974 
TS.triHPacyl.COelim.ttmtmmtmmu 1.713e+45 7.32  7.32  7.937e+39 0.00316   19975 
TS.triHPacyl.COelim.ptttmmpmpu 6.805e+44 6.77  6.77  7.918e+39 0.00315   19976 
TS.triHPacyl.COelim.tttmmttmmu 6.180e+44 6.73  6.73  7.785e+39 0.0031    19977 
TS.triHPacyl.COelim.ttpmmtpmpu 2.451e+44 6.18  6.18  7.702e+39 0.00306   19978 
TS.triHPacyl.COelim.ppmpmtpmpu 1.966e+44 6.05  6.05  7.690e+39 0.00306   19979 
TS.triHPacyl.COelim.pmtmppmpmu 4.577e+44 6.56  6.56  7.673e+39 0.00305   19980 
TS.triHPacyl.COelim.ptppmptpmu 1.445e+44 5.87  5.87  7.656e+39 0.00304   19981 
TS.triHPacyl.COelim.pptmpmpmpu 1.430e+44 5.87  5.87  7.624e+39 0.00303   19982 
TS.triHPacyl.COelim.mmpppmmmpu 5.196e+44 6.64  6.64  7.592e+39 0.00302   19983 
TS.triHPacyl.COelim.mmtmmmppmu 6.937e+44 6.81  6.81  7.575e+39 0.00301   19984 
TS.triHPacyl.COelim.pmtppptmpu 1.991e+44 6.07  6.07  7.494e+39 0.00298   19985 
TS.triHPacyl.COelim.ppppptmmpu 1.302e+45 7.20  7.20  7.463e+39 0.00297   19986 
TS.triHPacyl.COelim.tppmmppmpu 1.170e+44 5.76  5.76  7.462e+39 0.00297   19987 
TS.triHPacyl.COelim.pppmptmpmu 1.829e+44 6.03  6.03  7.446e+39 0.00296   19988 
TS.triHPacyl.COelim.ptmtmttmmu 3.434e+44 6.41  6.41  7.408e+39 0.00295   19989 
TS.triHPacyl.COelim.ppptpptppu 6.479e+44 6.79  6.79  7.301e+39 0.0029    19990 
TS.triHPacyl.COelim.pmppmmtppu 5.331e+44 6.68  6.68  7.263e+39 0.00289   19991 
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TS.triHPacyl.COelim.pmmppttmmu 4.518e+43 5.21  5.21  7.256e+39 0.00289   19992 
TS.triHPacyl.COelim.ptptpppmmu 4.444e+44 6.57  6.57  7.231e+39 0.00288   19993 
TS.triHPacyl.COelim.mmtpmtpmpu 2.262e+45 7.54  7.54  7.222e+39 0.00287   19994 
TS.triHPacyl.COelim.ptppptpppu 5.494e+44 6.70  6.70  7.214e+39 0.00287   19995 
TS.triHPacyl.COelim.ptttmpmppu 4.408e+44 6.57  6.57  7.169e+39 0.00285   19996 
TS.triHPacyl.COelim.ttppmpppmu 3.553e+44 6.45  6.45  7.163e+39 0.00285   19997 
TS.triHPacyl.COelim.mpmtpmpmpu 2.993e+44 6.35  6.35  7.131e+39 0.00284   19998 
TS.triHPacyl.COelim.pmppmmpppu 2.436e+44 6.22  6.22  7.113e+39 0.00283   19999 
TS.triHPacyl.COelim.ptttptpmmu 3.463e+44 6.44  6.44  7.094e+39 0.00282   20000 
TS.triHPacyl.COelim.mpppptmppu 1.681e+44 6.01  6.01  7.092e+39 0.00282   20001 
TS.triHPacyl.COelim.ptttptpppu 3.321e+44 6.41  6.41  7.061e+39 0.00281   20002 
TS.triHPacyl.COelim.mmtmpmpmpu 2.501e+44 6.25  6.25  7.006e+39 0.00279   20003 
TS.triHPacyl.COelim.mptppppmmu 9.512e+43 5.67  5.67  7.004e+39 0.00279   20004 
TS.triHPacyl.COelim.mmtpmtpmmu 1.958e+45 7.48  7.48  6.997e+39 0.00278   20005 
TS.triHPacyl.COelim.pmppmmpmmu 4.701e+43 5.25  5.25  6.995e+39 0.00278   20006 
TS.triHPacyl.COelim.mptmptpppu 8.915e+43 5.64  5.64  6.963e+39 0.00277   20007 
TS.triHPacyl.COelim.tttmpmppmu 1.072e+45 7.12  7.12  6.961e+39 0.00277   20008 
TS.triHPacyl.COelim.ppppmptppu 2.911e+44 6.35  6.35  6.934e+39 0.00276   20009 
TS.triHPacyl.COelim.ptttpmpppu 3.014e+44 6.37  6.37  6.870e+39 0.00273   20010 
TS.triHPacyl.COelim.mttppmpmmu 1.470e+44 5.94  5.94  6.862e+39 0.00273   20011 
TS.triHPacyl.COelim.mmppptmppu 1.220e+44 5.83  5.83  6.860e+39 0.00273   20012 
TS.triHPacyl.COelim.tmmpmmpmpu 7.969e+43 5.58  5.58  6.851e+39 0.00272   20013 
TS.triHPacyl.COelim.ppmmpppmpu 2.616e+43 4.92  4.92  6.845e+39 0.00272   20014 
TS.triHPacyl.COelim.mttpptpmmu 2.815e+44 6.34  6.34  6.822e+39 0.00271   20015 
TS.triHPacyl.COelim.pmmppptmmu 5.025e+43 5.31  5.31  6.791e+39 0.0027    20016 
TS.triHPacyl.COelim.tmtpmtmmmu 4.868e+44 6.67  6.67  6.758e+39 0.00269   20017 
TS.triHPacyl.COelim.ptmtppppmu 2.476e+44 6.27  6.27  6.750e+39 0.00268   20018 
TS.triHPacyl.COelim.tpttmmtmpu 4.508e+44 6.62  6.62  6.750e+39 0.00268   20019 
TS.triHPacyl.COelim.mmptpmtmmu 8.090e+44 6.97  6.97  6.735e+39 0.00268   20020 
TS.triHPacyl.COelim.tpppmmmmpu 5.712e+44 6.77  6.77  6.731e+39 0.00268   20021 
TS.triHPacyl.COelim.mtpppppmpu 1.318e+44 5.89  5.89  6.719e+39 0.00267   20022 
TS.triHPacyl.COelim.ptptpttmmu 3.523e+44 6.48  6.48  6.687e+39 0.00266   20023 
TS.triHPacyl.COelim.ptptmmmpmu 3.012e+44 6.39  6.39  6.651e+39 0.00264   20024 
TS.triHPacyl.COelim.pmtpmpmpmu 5.353e+43 5.36  5.36  6.647e+39 0.00264   20025 
TS.triHPacyl.COelim.tpppptmppu 4.517e+44 6.64  6.64  6.568e+39 0.00261   20026 
TS.triHPacyl.COelim.ptmmmpmmmu 5.185e+44 6.72  6.72  6.558e+39 0.00261   20027 
TS.triHPacyl.COelim.ttmmpmmmpu 3.380e+44 6.47  6.47  6.499e+39 0.00258   20028 
TS.triHPacyl.COelim.ppptpttpmu 5.196e+44 6.73  6.73  6.487e+39 0.00258   20029 
TS.triHPacyl.COelim.ptmpmpmppu 1.911e+44 6.14  6.14  6.472e+39 0.00257   20030 
TS.triHPacyl.COelim.ptmtptppmu 2.145e+44 6.21  6.21  6.442e+39 0.00256   20031 
TS.triHPacyl.COelim.tpttmtpmmu 8.002e+44 7.00  7.00  6.387e+39 0.00254   20032 
TS.triHPacyl.COelim.pmtpmtmmpu 1.865e+44 6.14  6.14  6.305e+39 0.00251   20033 
TS.triHPacyl.COelim.ppptmtmpmu 2.349e+44 6.28  6.28  6.299e+39 0.0025    20034 
TS.triHPacyl.COelim.ttptmtpmmu 5.625e+44 6.80  6.80  6.278e+39 0.0025    20035 
TS.triHPacyl.COelim.mtmmmppmpu 8.547e+43 5.68  5.68  6.187e+39 0.00246   20036 
TS.triHPacyl.COelim.ptmmmttppu 2.916e+44 6.42  6.42  6.185e+39 0.00246   20037 
TS.triHPacyl.COelim.tpttptpmmu 6.558e+44 6.90  6.90  6.142e+39 0.00244   20038 
TS.triHPacyl.COelim.mmpmptmmpu 2.883e+44 6.41  6.41  6.136e+39 0.00244   20039 
TS.triHPacyl.COelim.tpttmppmmu 4.236e+44 6.65  6.65  6.100e+39 0.00243   20040 
TS.triHPacyl.COelim.mptmptpmpu 6.719e+44 6.92  6.92  6.084e+39 0.00242   20041 
TS.triHPacyl.COelim.tmppmmtmmu 1.612e+44 6.07  6.07  6.069e+39 0.00241   20042 
TS.triHPacyl.COelim.ttmmpptppu 1.315e+45 7.32  7.32  6.066e+39 0.00241   20043 
TS.triHPacyl.COelim.mmpmpppmpu 4.289e+43 5.29  5.29  6.025e+39 0.0024    20044 
TS.triHPacyl.COelim.pptppmpmmu 1.497e+44 6.04  6.04  5.995e+39 0.00238   20045 
TS.triHPacyl.COelim.pmmmppppmu 4.235e+43 5.29  5.29  5.973e+39 0.00238   20046 
TS.triHPacyl.COelim.ptmppttmmu 5.213e+43 5.41  5.41  5.972e+39 0.00237   20047 
TS.triHPacyl.COelim.mttppmtmpu 4.801e+44 6.74  6.74  5.947e+39 0.00236   20048 
TS.triHPacyl.COelim.ttttmmpppu 3.474e+44 6.55  6.55  5.926e+39 0.00236   20049 
TS.triHPacyl.COelim.ptttpppmmu 5.060e+44 6.77  6.77  5.911e+39 0.00235   20050 
TS.triHPacyl.COelim.ttppmmmmmu 1.792e+44 6.16  6.16  5.877e+39 0.00234   20051 
TS.triHPacyl.COelim.ptpmmpmppu 5.798e+43 5.49  5.49  5.835e+39 0.00232   20052 
TS.triHPacyl.COelim.mttmpptmpu 2.321e+44 6.32  6.32  5.769e+39 0.00229   20053 
TS.triHPacyl.COelim.tpptptpmpu 6.243e+44 6.92  6.92  5.711e+39 0.00227   20054 
TS.triHPacyl.COelim.mmppppmppu 1.866e+44 6.20  6.20  5.696e+39 0.00226   20055 
TS.triHPacyl.COelim.pmtmppmmmu 5.522e+44 6.85  6.85  5.695e+39 0.00226   20056 
TS.triHPacyl.COelim.tpppmtmmpu 3.447e+44 6.57  6.57  5.659e+39 0.00225   20057 
TS.triHPacyl.COelim.ppptpppmpu 3.590e+44 6.59  6.59  5.655e+39 0.00225   20058 
TS.triHPacyl.COelim.pppmpppmmu 1.779e+44 6.18  6.18  5.639e+39 0.00224   20059 
TS.triHPacyl.COelim.mmptpmtpmu 6.897e+44 6.98  6.98  5.637e+39 0.00224   20060 
TS.triHPacyl.COelim.mttppppppu 1.719e+44 6.16  6.16  5.617e+39 0.00223   20061 
TS.triHPacyl.COelim.tpptpppmmu 5.194e+44 6.82  6.82  5.611e+39 0.00223   20062 
TS.triHPacyl.COelim.pmmpptpppu 2.879e+44 6.47  6.47  5.610e+39 0.00223   20063 
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TS.triHPacyl.COelim.ttppmmtmmu 2.548e+44 6.40  6.40  5.543e+39 0.0022    20064 
TS.triHPacyl.COelim.mmmmmtppmu 2.586e+44 6.41  6.41  5.530e+39 0.0022    20065 
TS.triHPacyl.COelim.tptmmtmmpu 1.700e+45 7.53  7.53  5.523e+39 0.0022    20066 
TS.triHPacyl.COelim.tttppttpmu 2.238e+45 7.70  7.70  5.522e+39 0.0022    20067 
TS.triHPacyl.COelim.mmpmpptmpu 2.861e+44 6.47  6.47  5.490e+39 0.00218   20068 
TS.triHPacyl.COelim.mmmppmpmmu 1.420e+43 4.69  4.69  5.481e+39 0.00218   20069 
TS.triHPacyl.COelim.tpptmtmpmu 2.290e+44 6.35  6.35  5.453e+39 0.00217   20070 
TS.triHPacyl.COelim.ptmtmmmmmu 1.017e+45 7.24  7.24  5.449e+39 0.00217   20071 
TS.triHPacyl.COelim.ttppmptpmu 3.118e+44 6.53  6.53  5.434e+39 0.00216   20072 
TS.triHPacyl.COelim.pptmmpmppu 6.208e+43 5.57  5.57  5.420e+39 0.00216   20073 
TS.triHPacyl.COelim.tmttpmppmu 2.346e+45 7.74  7.74  5.390e+39 0.00214   20074 
TS.triHPacyl.COelim.mtppmppmmu 7.010e+43 5.65  5.65  5.371e+39 0.00214   20075 
TS.triHPacyl.COelim.ppmpptpmpu 7.930e+43 5.72  5.72  5.357e+39 0.00213   20076 
TS.triHPacyl.COelim.mtppmmpmpu 1.902e+44 6.25  6.25  5.357e+39 0.00213   20077 
TS.triHPacyl.COelim.mmtpmptmpu 4.812e+44 6.80  6.80  5.338e+39 0.00212   20078 
TS.triHPacyl.COelim.tmmpmtpmmu 2.398e+44 6.39  6.39  5.310e+39 0.00211   20079 
TS.triHPacyl.COelim.ppptpptmpu 5.254e+44 6.86  6.86  5.295e+39 0.00211   20080 
TS.triHPacyl.COelim.tpmmpmtppu 8.608e+44 7.15  7.15  5.289e+39 0.0021    20081 
TS.triHPacyl.COelim.pttpmmtpmu 1.033e+45 7.26  7.26  5.283e+39 0.0021    20082 
TS.triHPacyl.COelim.mmpmpppppu 7.508e+43 5.70  5.70  5.260e+39 0.00209   20083 
TS.triHPacyl.COelim.ppptpptpmu 6.861e+44 7.02  7.02  5.239e+39 0.00208   20084 
TS.triHPacyl.COelim.mttpmmmpmu 3.322e+44 6.59  6.59  5.232e+39 0.00208   20085 
TS.triHPacyl.COelim.tmttmtppmu 5.837e+44 6.93  6.93  5.204e+39 0.00207   20086 
TS.triHPacyl.COelim.tmmmpttmmu 3.954e+44 6.70  6.70  5.183e+39 0.00206   20087 
TS.triHPacyl.COelim.tmppmmtpmu 1.453e+44 6.11  6.11  5.176e+39 0.00206   20088 
TS.triHPacyl.COelim.pmmmpptmmu 9.287e+43 5.84  5.84  5.150e+39 0.00205   20089 
TS.triHPacyl.COelim.ppptpptmmu 7.462e+44 7.09  7.09  5.102e+39 0.00203   20090 
TS.triHPacyl.COelim.ptmpmtppmu 6.441e+43 5.63  5.63  5.069e+39 0.00202   20091 
TS.triHPacyl.COelim.tpptmttmmu 2.365e+45 7.78  7.78  5.066e+39 0.00201   20092 
TS.triHPacyl.COelim.tmmtmtpppu 1.125e+44 5.97  5.97  5.065e+39 0.00201   20093 
TS.triHPacyl.COelim.pptmmttmmu 4.727e+44 6.83  6.83  5.015e+39 0.00199   20094 
TS.triHPacyl.COelim.tmpppmppmu 1.968e+44 6.31  6.31  4.991e+39 0.00198   20095 
TS.triHPacyl.COelim.ptmmpmtpmu 1.606e+45 7.56  7.56  4.987e+39 0.00198   20096 
TS.triHPacyl.COelim.tptmmmmppu 7.725e+43 5.75  5.75  4.982e+39 0.00198   20097 
TS.triHPacyl.COelim.mtmmpptmmu 2.980e+44 6.56  6.56  4.981e+39 0.00198   20098 
TS.triHPacyl.COelim.ptmtmmpmpu 3.137e+44 6.59  6.59  4.967e+39 0.00197   20099 
TS.triHPacyl.COelim.pptpmmtpmu 1.014e+45 7.29  7.29  4.966e+39 0.00197   20100 
TS.triHPacyl.COelim.ttmmpmppmu 4.335e+44 6.78  6.78  4.966e+39 0.00197   20101 
TS.triHPacyl.COelim.ptttptpmpu 5.967e+44 6.97  6.97  4.961e+39 0.00197   20102 
TS.triHPacyl.COelim.tmttpttmmu 6.422e+44 7.02  7.02  4.944e+39 0.00197   20103 
TS.triHPacyl.COelim.ttpmmtmppu 9.197e+43 5.86  5.86  4.940e+39 0.00196   20104 
TS.triHPacyl.COelim.pmttpttmpu 3.064e+44 6.58  6.58  4.901e+39 0.00195   20105 
TS.triHPacyl.COelim.tmttmppppu 2.504e+44 6.46  6.46  4.889e+39 0.00194   20106 
TS.triHPacyl.COelim.mptppmmpmu 6.289e+43 5.64  5.64  4.880e+39 0.00194   20107 
TS.triHPacyl.COelim.tmtmpmmmmu 1.771e+45 7.63  7.63  4.877e+39 0.00194   20108 
TS.triHPacyl.COelim.ptttppmpmu 6.234e+44 7.01  7.01  4.875e+39 0.00194   20109 
TS.triHPacyl.COelim.pttpmpmppu 5.912e+44 6.98  6.98  4.840e+39 0.00192   20110 
TS.triHPacyl.COelim.ptptmpppmu 4.048e+44 6.76  6.76  4.824e+39 0.00192   20111 
TS.triHPacyl.COelim.mttmpppppu 1.512e+44 6.17  6.17  4.811e+39 0.00191   20112 
TS.triHPacyl.COelim.ptmtptmpmu 2.331e+44 6.43  6.43  4.799e+39 0.00191   20113 
TS.triHPacyl.COelim.mmmpmmppmu 1.699e+44 6.25  6.25  4.785e+39 0.0019    20114 
TS.triHPacyl.COelim.tmpmmtpppu 4.486e+43 5.46  5.46  4.751e+39 0.00189   20115 
TS.triHPacyl.COelim.ptmtmpmpmu 3.889e+44 6.74  6.74  4.745e+39 0.00189   20116 
TS.triHPacyl.COelim.ptpppmmmmu 1.269e+44 6.08  6.08  4.729e+39 0.00188   20117 
TS.triHPacyl.COelim.tpptmmtpmu 1.601e+45 7.59  7.59  4.719e+39 0.00188   20118 
TS.triHPacyl.COelim.mptmptpmmu 8.142e+44 7.19  7.19  4.714e+39 0.00187   20119 
TS.triHPacyl.COelim.ttttmmmpmu 6.322e+44 7.04  7.04  4.703e+39 0.00187   20120 
TS.triHPacyl.COelim.ppmppptpmu 1.185e+44 6.04  6.04  4.690e+39 0.00186   20121 
TS.triHPacyl.COelim.ppptptmpmu 2.827e+44 6.56  6.56  4.676e+39 0.00186   20122 
TS.triHPacyl.COelim.mmmppppmmu 1.843e+43 4.94  4.94  4.674e+39 0.00186   20123 
TS.triHPacyl.COelim.ppmpmppmpu 7.108e+43 5.75  5.75  4.640e+39 0.00185   20124 
TS.triHPacyl.COelim.mtmmpmppmu 9.307e+43 5.91  5.91  4.634e+39 0.00184   20125 
TS.triHPacyl.COelim.pmtpmmtmpu 1.133e+45 7.40  7.40  4.629e+39 0.00184   20126 
TS.triHPacyl.COelim.tttppmtmpu 1.719e+45 7.65  7.65  4.625e+39 0.00184   20127 
TS.triHPacyl.COelim.ptttptmpmu 4.242e+44 6.81  6.81  4.618e+39 0.00184   20128 
TS.triHPacyl.COelim.ptmtptmmpu 6.229e+44 7.05  7.05  4.574e+39 0.00182   20129 
TS.triHPacyl.COelim.pmtpptpmmu 9.587e+43 5.93  5.93  4.573e+39 0.00182   20130 
TS.triHPacyl.COelim.pttpmtmppu 6.405e+44 7.07  7.07  4.531e+39 0.0018    20131 
TS.triHPacyl.COelim.pptmmmtppu 3.388e+44 6.69  6.69  4.512e+39 0.00179   20132 
TS.triHPacyl.COelim.tptmmpmmmu 1.607e+45 7.62  7.62  4.491e+39 0.00179   20133 
TS.triHPacyl.COelim.ppppppppmu 2.032e+44 6.39  6.39  4.464e+39 0.00178   20134 
TS.triHPacyl.COelim.pttmptmmmu 8.984e+44 7.28  7.28  4.461e+39 0.00177   20135 



293 
 

TS.triHPacyl.COelim.pmttptppmu 6.956e+44 7.13  7.13  4.445e+39 0.00177   20136 
TS.triHPacyl.COelim.ttmmmtppmu 1.358e+44 6.16  6.16  4.442e+39 0.00177   20137 
TS.triHPacyl.COelim.pmttpppppu 3.358e+44 6.70  6.70  4.437e+39 0.00176   20138 
TS.triHPacyl.COelim.ppmtmppmpu 8.428e+43 5.88  5.88  4.420e+39 0.00176   20139 
TS.triHPacyl.COelim.mppppppmpu 2.489e+44 6.52  6.52  4.419e+39 0.00176   20140 
TS.triHPacyl.COelim.pptmppppmu 9.958e+43 5.98  5.98  4.401e+39 0.00175   20141 
TS.triHPacyl.COelim.ppmpmpmppu 4.295e+43 5.48  5.48  4.390e+39 0.00175   20142 
TS.triHPacyl.COelim.ppppmmtppu 5.791e+44 7.04  7.04  4.334e+39 0.00172   20143 
TS.triHPacyl.COelim.tpmtmmpmpu 2.997e+44 6.64  6.64  4.324e+39 0.00172   20144 
TS.triHPacyl.COelim.tpmtmtmppu 1.720e+44 6.32  6.32  4.317e+39 0.00172   20145 
TS.triHPacyl.COelim.mptpptpppu 1.100e+44 6.05  6.05  4.314e+39 0.00172   20146 
TS.triHPacyl.COelim.ptmtmttmpu 4.866e+44 6.94  6.94  4.312e+39 0.00171   20147 
TS.triHPacyl.COelim.ppttptmmmu 4.932e+44 6.95  6.95  4.287e+39 0.0017    20148 
TS.triHPacyl.COelim.ttpmmmtppu 1.425e+44 6.21  6.21  4.273e+39 0.0017    20149 
TS.triHPacyl.COelim.mpmtptpmpu 2.608e+44 6.57  6.57  4.261e+39 0.00169   20150 
TS.triHPacyl.COelim.pptmmmtmmu 3.458e+44 6.74  6.74  4.261e+39 0.00169   20151 
TS.triHPacyl.COelim.ttpppmtmmu 7.555e+44 7.21  7.21  4.249e+39 0.00169   20152 
TS.triHPacyl.COelim.tmtpmppmpu 1.346e+45 7.56  7.56  4.211e+39 0.00167   20153 
TS.triHPacyl.COelim.pttpmmpmpu 4.766e+44 6.94  6.94  4.177e+39 0.00166   20154 
TS.triHPacyl.COelim.ttttmtmpmu 8.762e+44 7.31  7.31  4.173e+39 0.00166   20155 
TS.triHPacyl.COelim.tptmpttpmu 3.634e+44 6.78  6.78  4.170e+39 0.00166   20156 
TS.triHPacyl.COelim.ptmtmtpmpu 2.335e+44 6.52  6.52  4.166e+39 0.00166   20157 
TS.triHPacyl.COelim.tmptppppmu 1.897e+45 7.77  7.77  4.150e+39 0.00165   20158 
TS.triHPacyl.COelim.mttmpmppmu 5.629e+44 7.05  7.05  4.132e+39 0.00164   20159 
TS.triHPacyl.COelim.tpptpptppu 1.258e+45 7.53  7.53  4.123e+39 0.00164   20160 
TS.triHPacyl.COelim.ttmtmtmppu 6.678e+44 7.15  7.15  4.110e+39 0.00163   20161 
TS.triHPacyl.COelim.ptttpptmpu 6.558e+44 7.14  7.14  4.100e+39 0.00163   20162 
TS.triHPacyl.COelim.tpmmmmtmmu 2.915e+44 6.67  6.67  4.067e+39 0.00162   20163 
TS.triHPacyl.COelim.ppttptpmmu 5.976e+44 7.10  7.10  4.012e+39 0.0016    20164 
TS.triHPacyl.COelim.mmpmpppmmu 1.698e+44 6.35  6.35  4.006e+39 0.00159   20165 
TS.triHPacyl.COelim.ttpmmmpppu 1.363e+44 6.22  6.22  3.990e+39 0.00159   20166 
TS.triHPacyl.COelim.ttppmpmmpu 3.335e+44 6.76  6.76  3.986e+39 0.00158   20167 
TS.triHPacyl.COelim.ppmtmmtppu 1.071e+45 7.46  7.46  3.946e+39 0.00157   20168 
TS.triHPacyl.COelim.ptmmptmmmu 3.025e+44 6.71  6.71  3.943e+39 0.00157   20169 
TS.triHPacyl.COelim.mmtmpmmmmu 6.010e+44 7.12  7.12  3.940e+39 0.00157   20170 
TS.triHPacyl.COelim.ppmpmttmpu 1.428e+44 6.26  6.26  3.932e+39 0.00156   20171 
TS.triHPacyl.COelim.ttptmtmpmu 6.750e+44 7.19  7.19  3.923e+39 0.00156   20172 
TS.triHPacyl.COelim.ptptptmmpu 7.500e+43 5.88  5.88  3.920e+39 0.00156   20173 
TS.triHPacyl.COelim.pmtmpppmpu 1.717e+44 6.37  6.37  3.918e+39 0.00156   20174 
TS.triHPacyl.COelim.tttpmtmmmu 2.363e+44 6.56  6.56  3.911e+39 0.00156   20175 
TS.triHPacyl.COelim.ppmtmppmmu 3.150e+44 6.74  6.74  3.890e+39 0.00155   20176 
TS.triHPacyl.COelim.ppmpppppmu 3.365e+43 5.41  5.41  3.853e+39 0.00153   20177 
TS.triHPacyl.COelim.tmmpmmppmu 5.821e+43 5.74  5.74  3.853e+39 0.00153   20178 
TS.triHPacyl.COelim.mmtmpppmpu 2.326e+44 6.56  6.56  3.843e+39 0.00153   20179 
TS.triHPacyl.COelim.mmpmpptpmu 6.571e+44 7.18  7.18  3.838e+39 0.00153   20180 
TS.triHPacyl.COelim.ttptmmpmmu 5.989e+44 7.13  7.13  3.829e+39 0.00152   20181 
TS.triHPacyl.COelim.tmttmmpmmu 7.635e+44 7.28  7.28  3.827e+39 0.00152   20182 
TS.triHPacyl.COelim.ttmmppppmu 1.020e+45 7.45  7.45  3.808e+39 0.00151   20183 
TS.triHPacyl.COelim.ppmpmmtmpu 1.302e+44 6.23  6.23  3.795e+39 0.00151   20184 
TS.triHPacyl.COelim.ttpppmmmmu 2.929e+44 6.71  6.71  3.790e+39 0.00151   20185 
TS.triHPacyl.COelim.ttmmppmppu 6.688e+44 7.21  7.21  3.766e+39 0.0015    20186 
TS.triHPacyl.COelim.tppmmmtpmu 5.022e+44 7.04  7.04  3.757e+39 0.00149   20187 
TS.triHPacyl.COelim.ptpppptmmu 4.063e+44 6.91  6.91  3.729e+39 0.00148   20188 
TS.triHPacyl.COelim.tmtmmmmppu 1.560e+45 7.72  7.72  3.722e+39 0.00148   20189 
TS.triHPacyl.COelim.tmttptpppu 6.711e+44 7.22  7.22  3.707e+39 0.00147   20190 
TS.triHPacyl.COelim.tmttpmpppu 1.130e+45 7.53  7.53  3.681e+39 0.00146   20191 
TS.triHPacyl.COelim.ptttptmppu 6.956e+44 7.26  7.26  3.562e+39 0.00142   20192 
TS.triHPacyl.COelim.mttmpmmmmu 1.543e+45 7.74  7.74  3.559e+39 0.00142   20193 
TS.triHPacyl.COelim.pmmppttpmu 4.885e+43 5.68  5.68  3.553e+39 0.00141   20194 
TS.triHPacyl.COelim.tpptmmtppu 1.335e+45 7.65  7.65  3.552e+39 0.00141   20195 
TS.triHPacyl.COelim.mmmmmmtmmu 8.641e+44 7.40  7.40  3.538e+39 0.00141   20196 
TS.triHPacyl.COelim.mtmmppppmu 1.126e+44 6.18  6.18  3.531e+39 0.0014    20197 
TS.triHPacyl.COelim.mmtmmptmmu 4.567e+44 7.02  7.02  3.521e+39 0.0014    20198 
TS.triHPacyl.COelim.ptttpttmpu 6.855e+44 7.27  7.27  3.492e+39 0.00139   20199 
TS.triHPacyl.COelim.mpppptpmpu 2.218e+44 6.60  6.60  3.477e+39 0.00138   20200 
TS.triHPacyl.COelim.mpmpptmmmu 2.641e+43 5.33  5.33  3.461e+39 0.00138   20201 
TS.triHPacyl.COelim.ptmtpmmpmu 8.587e+44 7.41  7.41  3.457e+39 0.00137   20202 
TS.triHPacyl.COelim.tpptpppmpu 6.659e+44 7.26  7.26  3.450e+39 0.00137   20203 
TS.triHPacyl.COelim.ptptmpmpmu 1.771e+44 6.47  6.47  3.436e+39 0.00137   20204 
TS.triHPacyl.COelim.ptmtptmmmu 8.625e+43 6.04  6.04  3.423e+39 0.00136   20205 
TS.triHPacyl.COelim.mtmmmpmppu 2.933e+44 6.77  6.77  3.418e+39 0.00136   20206 
TS.triHPacyl.COelim.tmttmtpmmu 8.756e+44 7.43  7.43  3.392e+39 0.00135   20207 
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TS.triHPacyl.COelim.tmppmtpmpu 5.133e+44 7.11  7.11  3.389e+39 0.00135   20208 
TS.triHPacyl.COelim.tptmmtmmmu 8.266e+44 7.40  7.40  3.387e+39 0.00135   20209 
TS.triHPacyl.COelim.mmmmmmmmpu 1.167e+45 7.60  7.60  3.386e+39 0.00135   20210 
TS.triHPacyl.COelim.tpptmmmpmu 2.570e+44 6.70  6.70  3.374e+39 0.00134   20211 
TS.triHPacyl.COelim.mptmpppmpu 1.821e+44 6.50  6.50  3.371e+39 0.00134   20212 
TS.triHPacyl.COelim.tpmmmttmmu 2.355e+44 6.65  6.65  3.359e+39 0.00134   20213 
TS.triHPacyl.COelim.tpptmtmppu 3.050e+44 6.81  6.81  3.348e+39 0.00133   20214 
TS.triHPacyl.COelim.tmmpmtmmmu 3.736e+44 6.93  6.93  3.340e+39 0.00133   20215 
TS.triHPacyl.COelim.pmppmptmpu 3.091e+44 6.82  6.82  3.339e+39 0.00133   20216 
TS.triHPacyl.COelim.tttmpttppu 9.635e+44 7.50  7.50  3.331e+39 0.00132   20217 
TS.triHPacyl.COelim.pmtmptmppu 1.107e+44 6.21  6.21  3.321e+39 0.00132   20218 
TS.triHPacyl.COelim.pmppmmppmu 6.282e+43 5.87  5.87  3.314e+39 0.00132   20219 
TS.triHPacyl.COelim.pppmptmmmu 2.337e+44 6.66  6.66  3.311e+39 0.00132   20220 
TS.triHPacyl.COelim.ppmpptmmmu 9.161e+43 6.10  6.10  3.291e+39 0.00131   20221 
TS.triHPacyl.COelim.ppmmpppppu 2.212e+43 5.26  5.26  3.283e+39 0.00131   20222 
TS.triHPacyl.COelim.mppppmmppu 1.676e+44 6.47  6.47  3.265e+39 0.0013    20223 
TS.triHPacyl.COelim.mmmmmmtppu 9.873e+44 7.53  7.53  3.246e+39 0.00129   20224 
TS.triHPacyl.COelim.mmptpmtmpu 6.492e+44 7.28  7.28  3.234e+39 0.00129   20225 
TS.triHPacyl.COelim.mmptpmtppu 6.502e+44 7.28  7.28  3.227e+39 0.00128   20226 
TS.triHPacyl.COelim.tmpmmtpmpu 1.087e+44 6.22  6.22  3.221e+39 0.00128   20227 
TS.triHPacyl.COelim.mttpmmpmmu 1.698e+44 6.49  6.49  3.186e+39 0.00127   20228 
TS.triHPacyl.COelim.mmptpmpppu 7.192e+44 7.35  7.35  3.164e+39 0.00126   20229 
TS.triHPacyl.COelim.ttmtmmmpmu 1.168e+45 7.64  7.64  3.163e+39 0.00126   20230 
TS.triHPacyl.COelim.ttttmmtmpu 6.321e+44 7.28  7.28  3.153e+39 0.00125   20231 
TS.triHPacyl.COelim.mmpppmtmmu 2.992e+44 6.84  6.84  3.139e+39 0.00125   20232 
TS.triHPacyl.COelim.pmppmmmppu 1.368e+45 7.74  7.74  3.134e+39 0.00125   20233 
TS.triHPacyl.COelim.ttmtmmppmu 3.285e+44 6.89  6.89  3.125e+39 0.00124   20234 
TS.triHPacyl.COelim.tttmmmmmmu 9.687e+44 7.54  7.54  3.125e+39 0.00124   20235 
TS.triHPacyl.COelim.mttppppmmu 1.625e+44 6.48  6.48  3.113e+39 0.00124   20236 
TS.triHPacyl.COelim.tmttmtmmmu 1.543e+45 7.82  7.82  3.112e+39 0.00124   20237 
TS.triHPacyl.COelim.tptpmtmmmu 2.017e+44 6.61  6.61  3.109e+39 0.00124   20238 
TS.triHPacyl.COelim.pmtpppmpmu 1.578e+44 6.46  6.46  3.090e+39 0.00123   20239 
TS.triHPacyl.COelim.mmpmpptppu 1.995e+44 6.60  6.60  3.085e+39 0.00123   20240 
TS.triHPacyl.COelim.ptmtpmpppu 2.300e+44 6.69  6.69  3.084e+39 0.00123   20241 
TS.triHPacyl.COelim.ttmmpmmpmu 3.868e+45 8.37  8.37  3.066e+39 0.00122   20242 
TS.triHPacyl.COelim.mmptmpmppu 1.845e+44 6.57  6.57  3.029e+39 0.0012    20243 
TS.triHPacyl.COelim.tttmppmppu 3.866e+45 8.38  8.38  3.016e+39 0.0012    20244 
TS.triHPacyl.COelim.mpmmpmpmmu 1.280e+44 6.35  6.35  3.015e+39 0.0012    20245 
TS.triHPacyl.COelim.mpmtptmppu 1.626e+44 6.50  6.50  3.008e+39 0.0012    20246 
TS.triHPacyl.COelim.mttmpmtmmu 4.385e+44 7.09  7.09  2.987e+39 0.00119   20247 
TS.triHPacyl.COelim.pmtpptmmmu 6.111e+44 7.29  7.29  2.982e+39 0.00119   20248 
TS.triHPacyl.COelim.tmtmppppmu 2.206e+44 6.69  6.69  2.951e+39 0.00117   20249 
TS.triHPacyl.COelim.ptmtptpmpu 2.699e+44 6.81  6.81  2.948e+39 0.00117   20250 
TS.triHPacyl.COelim.ttmtmtmpmu 2.340e+44 6.73  6.73  2.943e+39 0.00117   20251 
TS.triHPacyl.COelim.ttmpmmmppu 7.774e+44 7.44  7.44  2.942e+39 0.00117   20252 
TS.triHPacyl.COelim.ttptmtmppu 6.942e+44 7.38  7.38  2.935e+39 0.00117   20253 
TS.triHPacyl.COelim.ptmpmmmmpu 8.387e+44 7.49  7.49  2.930e+39 0.00116   20254 
TS.triHPacyl.COelim.tpptmmtmmu 1.777e+45 7.94  7.94  2.928e+39 0.00116   20255 
TS.triHPacyl.COelim.ptmpptmppu 3.807e+44 7.02  7.02  2.923e+39 0.00116   20256 
TS.triHPacyl.COelim.pptpmttpmu 1.659e+44 6.53  6.53  2.894e+39 0.00115   20257 
TS.triHPacyl.COelim.mtppppppmu 1.155e+44 6.32  6.32  2.873e+39 0.00114   20258 
TS.triHPacyl.COelim.ptpmpptpmu 6.892e+44 7.39  7.39  2.850e+39 0.00113   20259 
TS.triHPacyl.COelim.ptmtpttppu 8.888e+44 7.54  7.54  2.836e+39 0.00113   20260 
TS.triHPacyl.COelim.pptpmmtmpu 3.181e+44 6.93  6.93  2.836e+39 0.00113   20261 
TS.triHPacyl.COelim.ptmmpttpmu 5.442e+44 7.25  7.25  2.834e+39 0.00113   20262 
TS.triHPacyl.COelim.tppmmttmmu 6.703e+44 7.38  7.38  2.819e+39 0.00112   20263 
TS.triHPacyl.COelim.mttmpptmmu 6.549e+44 7.37  7.37  2.817e+39 0.00112   20264 
TS.triHPacyl.COelim.mpmtpmmmpu 1.663e+44 6.55  6.55  2.814e+39 0.00112   20265 
TS.triHPacyl.COelim.tmttmmmmmu 1.829e+45 7.98  7.98  2.813e+39 0.00112   20266 
TS.triHPacyl.COelim.tttppmmmmu 8.601e+44 7.54  7.54  2.786e+39 0.00111   20267 
TS.triHPacyl.COelim.pmtmptpmpu 7.689e+43 6.10  6.10  2.782e+39 0.00111   20268 
TS.triHPacyl.COelim.mtmmpmmmpu 3.243e+44 6.96  6.96  2.781e+39 0.00111   20269 
TS.triHPacyl.COelim.tptpptpmpu 5.890e+44 7.31  7.31  2.774e+39 0.0011    20270 
TS.triHPacyl.COelim.pmtmmmmpmu 2.930e+44 6.90  6.90  2.772e+39 0.0011    20271 
TS.triHPacyl.COelim.ppmmmtpmmu 5.975e+43 5.95  5.95  2.772e+39 0.0011    20272 
TS.triHPacyl.COelim.tpttmtpmpu 1.197e+45 7.74  7.74  2.763e+39 0.0011    20273 
TS.triHPacyl.COelim.mttpmpmpmu 3.831e+44 7.06  7.06  2.763e+39 0.0011    20274 
TS.triHPacyl.COelim.tpptmttmpu 1.394e+45 7.83  7.83  2.749e+39 0.00109   20275 
TS.triHPacyl.COelim.ttttmmmppu 8.242e+44 7.52  7.52  2.746e+39 0.00109   20276 
TS.triHPacyl.COelim.ttppmpmmmu 1.271e+44 6.41  6.41  2.734e+39 0.00109   20277 
TS.triHPacyl.COelim.pmptmmtmmu 7.955e+44 7.51  7.51  2.686e+39 0.00107   20278 
TS.triHPacyl.COelim.ptptpttppu 1.371e+45 7.84  7.84  2.663e+39 0.00106   20279 
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TS.triHPacyl.COelim.mpttpmtpmu 5.628e+44 7.31  7.31  2.653e+39 0.00106   20280 
TS.triHPacyl.COelim.pmppmmmpmu 3.436e+43 5.65  5.65  2.653e+39 0.00105   20281 
TS.triHPacyl.COelim.ppmtmmtpmu 8.098e+44 7.53  7.53  2.644e+39 0.00105   20282 
TS.triHPacyl.COelim.tmmtmppppu 1.871e+44 6.66  6.66  2.624e+39 0.00104   20283 
TS.triHPacyl.COelim.tmmtmptmmu 9.869e+43 6.28  6.28  2.620e+39 0.00104   20284 
TS.triHPacyl.COelim.mtmtpmppmu 7.641e+44 7.50  7.50  2.612e+39 0.00104   20285 
TS.triHPacyl.COelim.ptmmpmpppu 2.192e+44 6.76  6.76  2.607e+39 0.00104   20286 
TS.triHPacyl.COelim.tpptmmtmpu 1.520e+45 7.92  7.92  2.593e+39 0.00103   20287 
TS.triHPacyl.COelim.pmmtptpppu 1.439e+44 6.51  6.51  2.589e+39 0.00103   20288 
TS.triHPacyl.COelim.tptmmpmmpu 1.545e+45 7.93  7.93  2.584e+39 0.00103   20289 
TS.triHPacyl.COelim.pmmtppppmu 7.462e+43 6.13  6.13  2.556e+39 0.00102   20290 
TS.triHPacyl.COelim.ptmtptpppu 2.058e+44 6.74  6.74  2.553e+39 0.00102   20291 
TS.triHPacyl.COelim.mptmpmppmu 2.432e+44 6.84  6.84  2.542e+39 0.00101   20292 
TS.triHPacyl.COelim.ptptmtmmpu 6.735e+43 6.08  6.08  2.528e+39 0.00101   20293 
TS.triHPacyl.COelim.tpptmmppmu 6.554e+45 8.80  8.80  2.527e+39 0.001     20294 
TS.triHPacyl.COelim.mmppmtmpmu 1.531e+45 7.94  7.94  2.519e+39 0.001     20295 
TS.triHPacyl.COelim.pmmtpttmpu 1.073e+45 7.73  7.73  2.511e+39 0.000999  20296 
TS.triHPacyl.COelim.mptmptmpmu 4.523e+44 7.21  7.21  2.510e+39 0.000998  20297 
TS.triHPacyl.COelim.pptmppmppu 6.230e+43 6.03  6.03  2.509e+39 0.000998  20298 
TS.triHPacyl.COelim.tttpmmmppu 7.371e+44 7.51  7.51  2.506e+39 0.000996  20299 
TS.triHPacyl.COelim.ptpmpmpmmu 1.309e+44 6.48  6.48  2.505e+39 0.000996  20300 
TS.triHPacyl.COelim.mmppmmmmmu 2.857e+44 6.95  6.95  2.475e+39 0.000984  20301 
TS.triHPacyl.COelim.mtppppmmmu 1.064e+44 6.36  6.36  2.472e+39 0.000983  20302 
TS.triHPacyl.COelim.ttptmppmmu 2.479e+44 6.87  6.87  2.469e+39 0.000982  20303 
TS.triHPacyl.COelim.ttppmmtppu 4.083e+44 7.16  7.16  2.467e+39 0.000981  20304 
TS.triHPacyl.COelim.mptmpppmmu 1.831e+44 6.69  6.69  2.448e+39 0.000973  20305 
TS.triHPacyl.COelim.tmptmmpmpu 7.160e+44 7.50  7.50  2.444e+39 0.000972  20306 
TS.triHPacyl.COelim.mttpmppmmu 2.317e+44 6.83  6.83  2.435e+39 0.000968  20307 
TS.triHPacyl.COelim.mttppptmpu 4.585e+44 7.24  7.24  2.423e+39 0.000963  20308 
TS.triHPacyl.COelim.tmmtpppppu 8.328e+43 6.23  6.23  2.417e+39 0.000961  20309 
TS.triHPacyl.COelim.ttppmptmmu 4.712e+44 7.27  7.27  2.395e+39 0.000952  20310 
TS.triHPacyl.COelim.pmtppmpmmu 1.118e+44 6.41  6.41  2.395e+39 0.000952  20311 
TS.triHPacyl.COelim.mmmtmtppmu 7.742e+44 7.56  7.56  2.393e+39 0.000952  20312 
TS.triHPacyl.COelim.ttppptmpmu 2.066e+44 6.78  6.78  2.376e+39 0.000945  20313 
TS.triHPacyl.COelim.ppmtmttpmu 4.452e+44 7.24  7.24  2.365e+39 0.000941  20314 
TS.triHPacyl.COelim.ttttmtpmmu 4.916e+44 7.30  7.30  2.359e+39 0.000938  20315 
TS.triHPacyl.COelim.tmtpmmpmpu 9.448e+44 7.69  7.69  2.358e+39 0.000938  20316 
TS.triHPacyl.COelim.ptmtpmtppu 1.518e+45 7.97  7.97  2.355e+39 0.000937  20317 
TS.triHPacyl.COelim.tttmpptppu 1.332e+45 7.90  7.90  2.353e+39 0.000935  20318 
TS.triHPacyl.COelim.mtmmptppmu 1.310e+44 6.52  6.52  2.337e+39 0.000929  20319 
TS.triHPacyl.COelim.ptpmmptmpu 1.575e+44 6.63  6.63  2.337e+39 0.000929  20320 
TS.triHPacyl.COelim.ppptptmmpu 3.309e+44 7.07  7.07  2.330e+39 0.000927  20321 
TS.triHPacyl.COelim.ptttpppmpu 5.746e+44 7.40  7.40  2.329e+39 0.000926  20322 
TS.triHPacyl.COelim.mptmptmppu 8.707e+43 6.28  6.28  2.329e+39 0.000926  20323 
TS.triHPacyl.COelim.pttpmtpmpu 2.845e+44 6.99  6.99  2.320e+39 0.000922  20324 
TS.triHPacyl.COelim.ttttmtmppu 1.116e+45 7.80  7.80  2.313e+39 0.00092   20325 
TS.triHPacyl.COelim.tmpmptpppu 1.768e+44 6.71  6.71  2.295e+39 0.000913  20326 
TS.triHPacyl.COelim.ptttpmmppu 7.194e+44 7.55  7.55  2.282e+39 0.000907  20327 
TS.triHPacyl.COelim.tttppptpmu 1.878e+45 8.13  8.13  2.258e+39 0.000898  20328 
TS.triHPacyl.COelim.mtmtmmmpmu 2.590e+44 6.95  6.95  2.256e+39 0.000897  20329 
TS.triHPacyl.COelim.pmtmptmpmu 1.369e+44 6.57  6.57  2.245e+39 0.000893  20330 
TS.triHPacyl.COelim.pmttpttmmu 3.642e+44 7.16  7.16  2.230e+39 0.000887  20331 
TS.triHPacyl.COelim.ppppmmpppu 3.157e+44 7.07  7.07  2.230e+39 0.000887  20332 
TS.triHPacyl.COelim.ptmtpptmmu 4.288e+44 7.25  7.25  2.229e+39 0.000886  20333 
TS.triHPacyl.COelim.tpmmmtmpmu 1.165e+44 6.48  6.48  2.225e+39 0.000885  20334 
TS.triHPacyl.COelim.mptpmppmmu 5.158e+44 7.37  7.37  2.220e+39 0.000883  20335 
TS.triHPacyl.COelim.mtppmpmpmu 9.885e+43 6.39  6.39  2.205e+39 0.000877  20336 
TS.triHPacyl.COelim.ptmmptpppu 1.657e+44 6.69  6.69  2.201e+39 0.000875  20337 
TS.triHPacyl.COelim.mtppmppmpu 1.478e+44 6.63  6.63  2.181e+39 0.000867  20338 
TS.triHPacyl.COelim.tpttmppmpu 7.458e+44 7.60  7.60  2.176e+39 0.000865  20339 
TS.triHPacyl.COelim.tptmptmppu 4.066e+44 7.24  7.24  2.173e+39 0.000864  20340 
TS.triHPacyl.COelim.tmmpmtmpmu 1.479e+44 6.63  6.63  2.171e+39 0.000863  20341 
TS.triHPacyl.COelim.ppmtmttppu 3.862e+44 7.21  7.21  2.170e+39 0.000863  20342 
TS.triHPacyl.COelim.pmmpptmpmu 8.253e+43 6.29  6.29  2.170e+39 0.000863  20343 
TS.triHPacyl.COelim.ppttmmpppu 2.936e+44 7.04  7.04  2.167e+39 0.000862  20344 
TS.triHPacyl.COelim.tmttmtmmpu 1.373e+45 7.96  7.96  2.167e+39 0.000862  20345 
TS.triHPacyl.COelim.ptmtmpmmpu 6.136e+44 7.49  7.49  2.156e+39 0.000857  20346 
TS.triHPacyl.COelim.mmptpppmmu 3.151e+44 7.09  7.09  2.152e+39 0.000856  20347 
TS.triHPacyl.COelim.ttppmtmmmu 1.717e+44 6.73  6.73  2.147e+39 0.000854  20348 
TS.triHPacyl.COelim.ptptpmtmmu 3.076e+44 7.08  7.08  2.126e+39 0.000845  20349 
TS.triHPacyl.COelim.mptmpmtmpu 2.019e+44 6.83  6.83  2.119e+39 0.000843  20350 
TS.triHPacyl.COelim.tppmmmtmmu 7.458e+44 7.62  7.62  2.096e+39 0.000834  20351 
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TS.triHPacyl.COelim.ppmtpppmpu 2.987e+44 7.08  7.08  2.091e+39 0.000831  20352 
TS.triHPacyl.COelim.tmmtmtpmpu 3.447e+44 7.16  7.16  2.089e+39 0.00083   20353 
TS.triHPacyl.COelim.ptptmmmmmu 5.559e+44 7.45  7.45  2.083e+39 0.000828  20354 
TS.triHPacyl.COelim.ttttmmpmmu 5.411e+44 7.43  7.43  2.081e+39 0.000828  20355 
TS.triHPacyl.COelim.ttppptppmu 4.262e+44 7.29  7.29  2.081e+39 0.000827  20356 
TS.triHPacyl.COelim.tmtmptmppu 3.106e+44 7.10  7.10  2.073e+39 0.000824  20357 
TS.triHPacyl.COelim.mmtppmtmmu 3.101e+44 7.10  7.10  2.070e+39 0.000823  20358 
TS.triHPacyl.COelim.ptppmptmpu 4.338e+44 7.31  7.31  2.068e+39 0.000822  20359 
TS.triHPacyl.COelim.ppptptmppu 3.581e+44 7.19  7.19  2.064e+39 0.000821  20360 
TS.triHPacyl.COelim.mmttmmtmpu 1.007e+45 7.81  7.81  2.060e+39 0.000819  20361 
TS.triHPacyl.COelim.mtppmtpmmu 7.537e+43 6.27  6.27  2.044e+39 0.000813  20362 
TS.triHPacyl.COelim.ttttmtpppu 4.892e+44 7.39  7.39  2.032e+39 0.000808  20363 
TS.triHPacyl.COelim.ttttpttmpu 3.756e+45 8.60  8.60  2.031e+39 0.000808  20364 
TS.triHPacyl.COelim.pmmtmttmpu 2.899e+44 7.08  7.08  2.030e+39 0.000807  20365 
TS.triHPacyl.COelim.tpptmmmppu 2.794e+44 7.06  7.06  2.027e+39 0.000806  20366 
TS.triHPacyl.COelim.ttptmmmpmu 6.873e+44 7.59  7.59  2.020e+39 0.000803  20367 
TS.triHPacyl.COelim.ptmmpmmmmu 4.499e+44 7.35  7.35  2.001e+39 0.000796  20368 
TS.triHPacyl.COelim.mmptpmpmmu 2.455e+44 6.99  6.99  1.999e+39 0.000795  20369 
TS.triHPacyl.COelim.ppppmtpppu 3.240e+44 7.16  7.16  1.976e+39 0.000786  20370 
TS.triHPacyl.COelim.mmptpptmmu 7.114e+44 7.63  7.63  1.972e+39 0.000784  20371 
TS.triHPacyl.COelim.pppmmmmpmu 3.045e+44 7.12  7.12  1.971e+39 0.000784  20372 
TS.triHPacyl.COelim.tmttpptmpu 7.744e+44 7.68  7.68  1.958e+39 0.000779  20373 
TS.triHPacyl.COelim.pttmpttpmu 5.172e+44 7.45  7.45  1.949e+39 0.000775  20374 
TS.triHPacyl.COelim.ppmpmmtppu 3.365e+44 7.20  7.20  1.928e+39 0.000766  20375 
TS.triHPacyl.COelim.tpmpmmpmpu 1.532e+44 6.73  6.73  1.928e+39 0.000766  20376 
TS.triHPacyl.COelim.ptptppmmpu 1.361e+44 6.66  6.66  1.924e+39 0.000765  20377 
TS.triHPacyl.COelim.pmppmptppu 2.494e+44 7.02  7.02  1.912e+39 0.00076   20378 
TS.triHPacyl.COelim.tpmtmmmppu 1.735e+44 6.81  6.81  1.912e+39 0.00076   20379 
TS.triHPacyl.COelim.ttmmppmmpu 6.069e+44 7.55  7.55  1.905e+39 0.000758  20380 
TS.triHPacyl.COelim.mmptptpmmu 2.453e+44 7.02  7.02  1.890e+39 0.000751  20381 
TS.triHPacyl.COelim.mmppmpppmu 1.928e+44 6.88  6.88  1.890e+39 0.000751  20382 
TS.triHPacyl.COelim.mttmpttmmu 5.719e+44 7.52  7.52  1.887e+39 0.00075   20383 
TS.triHPacyl.COelim.ttttmttmpu 1.333e+45 8.03  8.03  1.885e+39 0.00075   20384 
TS.triHPacyl.COelim.mmtmpmmmpu 4.739e+44 7.41  7.41  1.880e+39 0.000747  20385 
TS.triHPacyl.COelim.tptppppmpu 3.253e+44 7.19  7.19  1.871e+39 0.000744  20386 
TS.triHPacyl.COelim.pmptmtpmmu 4.738e+44 7.42  7.42  1.865e+39 0.000741  20387 
TS.triHPacyl.COelim.mmptpmppmu 5.668e+44 7.53  7.53  1.862e+39 0.00074   20388 
TS.triHPacyl.COelim.tpmmptmmpu 1.725e+44 6.82  6.82  1.860e+39 0.00074   20389 
TS.triHPacyl.COelim.mttmpmpmmu 7.241e+44 7.67  7.67  1.860e+39 0.00074   20390 
TS.triHPacyl.COelim.mpmmmmtmpu 1.756e+44 6.83  6.83  1.849e+39 0.000735  20391 
TS.triHPacyl.COelim.mmtpmmtpmu 1.872e+45 8.24  8.24  1.847e+39 0.000734  20392 
TS.triHPacyl.COelim.ppttptmmpu 5.343e+44 7.50  7.50  1.837e+39 0.000731  20393 
TS.triHPacyl.COelim.tmttmmmmpu 1.603e+45 8.16  8.16  1.835e+39 0.00073   20394 
TS.triHPacyl.COelim.ptmtpmpmpu 2.984e+44 7.15  7.15  1.835e+39 0.00073   20395 
TS.triHPacyl.COelim.ptmtpmmmmu 1.151e+44 6.59  6.59  1.814e+39 0.000721  20396 
TS.triHPacyl.COelim.ptptppmpmu 6.000e+44 7.59  7.59  1.789e+39 0.000711  20397 
TS.triHPacyl.COelim.mtmmppmmpu 4.434e+44 7.41  7.41  1.783e+39 0.000709  20398 
TS.triHPacyl.COelim.ptmppmmppu 3.662e+44 7.29  7.29  1.783e+39 0.000709  20399 
TS.triHPacyl.COelim.ptptppmmmu 4.264e+44 7.39  7.39  1.774e+39 0.000706  20400 
TS.triHPacyl.COelim.ppttmtpppu 2.860e+44 7.15  7.15  1.770e+39 0.000704  20401 
TS.triHPacyl.COelim.tmmpmmtmmu 1.227e+44 6.65  6.65  1.767e+39 0.000702  20402 
TS.triHPacyl.COelim.ppmmpttmmu 1.015e+44 6.54  6.54  1.748e+39 0.000695  20403 
TS.triHPacyl.COelim.tpttmmpppu 6.550e+44 7.65  7.65  1.745e+39 0.000694  20404 
TS.triHPacyl.COelim.pmttpmtmpu 7.033e+44 7.70  7.70  1.742e+39 0.000693  20405 
TS.triHPacyl.COelim.mmmmmttmmu 3.391e+44 7.27  7.27  1.729e+39 0.000687  20406 
TS.triHPacyl.COelim.ppttppmmmu 6.574e+44 7.66  7.66  1.720e+39 0.000684  20407 
TS.triHPacyl.COelim.tptpmmmmmu 1.937e+44 6.93  6.93  1.719e+39 0.000683  20408 
TS.triHPacyl.COelim.tpttmmtpmu 8.864e+44 7.84  7.84  1.717e+39 0.000683  20409 
TS.triHPacyl.COelim.mmpppmtpmu 2.439e+44 7.07  7.07  1.712e+39 0.000681  20410 
TS.triHPacyl.COelim.mmppppmmpu 5.053e+44 7.51  7.51  1.712e+39 0.000681  20411 
TS.triHPacyl.COelim.ptmpmmpmmu 4.962e+43 6.13  6.13  1.693e+39 0.000673  20412 
TS.triHPacyl.COelim.pttmpmmmpu 2.056e+44 6.98  6.98  1.678e+39 0.000667  20413 
TS.triHPacyl.COelim.ptpmmptppu 1.182e+44 6.66  6.66  1.673e+39 0.000665  20414 
TS.triHPacyl.COelim.pmptmmtpmu 7.570e+44 7.77  7.77  1.668e+39 0.000663  20415 
TS.triHPacyl.COelim.mmtpptpmmu 8.183e+44 7.81  7.81  1.661e+39 0.00066   20416 
TS.triHPacyl.COelim.tmmppmpmmu 5.501e+43 6.21  6.21  1.651e+39 0.000657  20417 
TS.triHPacyl.COelim.pptmmmpmpu 9.044e+43 6.51  6.51  1.645e+39 0.000654  20418 
TS.triHPacyl.COelim.ptptmmtmmu 7.759e+44 7.79  7.79  1.640e+39 0.000652  20419 
TS.triHPacyl.COelim.ppttmtmpmu 4.111e+44 7.41  7.41  1.637e+39 0.000651  20420 
TS.triHPacyl.COelim.pmppmmtmmu 2.118e+44 7.02  7.02  1.636e+39 0.00065   20421 
TS.triHPacyl.COelim.mpmmpppppu 3.394e+43 5.94  5.94  1.610e+39 0.00064   20422 
TS.triHPacyl.COelim.pptpppmmmu 1.159e+44 6.67  6.67  1.602e+39 0.000637  20423 
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TS.triHPacyl.COelim.pttpptmppu 3.646e+44 7.36  7.36  1.586e+39 0.000631  20424 
TS.triHPacyl.COelim.ttpmmmtmpu 1.842e+44 6.96  6.96  1.578e+39 0.000628  20425 
TS.triHPacyl.COelim.mpmtptmpmu 2.404e+44 7.12  7.12  1.576e+39 0.000627  20426 
TS.triHPacyl.COelim.mmpmpmmmmu 2.942e+44 7.24  7.24  1.566e+39 0.000623  20427 
TS.triHPacyl.COelim.pttpppmppu 4.829e+44 7.54  7.54  1.555e+39 0.000618  20428 
TS.triHPacyl.COelim.mttmptpmmu 7.579e+44 7.81  7.81  1.552e+39 0.000617  20429 
TS.triHPacyl.COelim.pttpptpmpu 3.835e+44 7.40  7.40  1.547e+39 0.000615  20430 
TS.triHPacyl.COelim.pmmpppppmu 2.698e+43 5.83  5.83  1.524e+39 0.000606  20431 
TS.triHPacyl.COelim.ttmtmmtppu 1.051e+45 8.02  8.02  1.515e+39 0.000602  20432 
TS.triHPacyl.COelim.ptptptpppu 7.318e+43 6.43  6.43  1.505e+39 0.000598  20433 
TS.triHPacyl.COelim.tmmmptpppu 5.883e+43 6.30  6.30  1.505e+39 0.000598  20434 
TS.triHPacyl.COelim.ttmmmmmmmu 2.600e+44 7.19  7.19  1.496e+39 0.000595  20435 
TS.triHPacyl.COelim.ttmmmmpppu 2.128e+44 7.07  7.07  1.495e+39 0.000595  20436 
TS.triHPacyl.COelim.ppttptpppu 1.376e+44 6.82  6.82  1.490e+39 0.000593  20437 
TS.triHPacyl.COelim.ptmtmtmpmu 1.014e+44 6.63  6.63  1.489e+39 0.000592  20438 
TS.triHPacyl.COelim.tmpmmttmpu 1.397e+44 6.83  6.83  1.482e+39 0.000589  20439 
TS.triHPacyl.COelim.ptmpmmmpmu 1.083e+44 6.68  6.68  1.480e+39 0.000589  20440 
TS.triHPacyl.COelim.tmtpmtpmpu 4.968e+44 7.59  7.59  1.471e+39 0.000585  20441 
TS.triHPacyl.COelim.pttpmptpmu 4.826e+44 7.57  7.57  1.468e+39 0.000584  20442 
TS.triHPacyl.COelim.mmptptpmpu 2.439e+44 7.17  7.17  1.463e+39 0.000582  20443 
TS.triHPacyl.COelim.ppptppmpmu 2.107e+44 7.08  7.08  1.462e+39 0.000581  20444 
TS.triHPacyl.COelim.tptpmtpmpu 5.426e+44 7.65  7.65  1.447e+39 0.000575  20445 
TS.triHPacyl.COelim.mmpmpmmmpu 1.535e+44 6.90  6.90  1.445e+39 0.000574  20446 
TS.triHPacyl.COelim.pmppmppppu 2.185e+44 7.11  7.11  1.434e+39 0.00057   20447 
TS.triHPacyl.COelim.pmmpptppmu 3.143e+43 5.96  5.96  1.430e+39 0.000568  20448 
TS.triHPacyl.COelim.mmptpppmpu 2.799e+44 7.26  7.26  1.429e+39 0.000568  20449 
TS.triHPacyl.COelim.mptpmtpmmu 3.121e+44 7.33  7.33  1.421e+39 0.000565  20450 
TS.triHPacyl.COelim.tmmmpttppu 2.911e+44 7.29  7.29  1.413e+39 0.000562  20451 
TS.triHPacyl.COelim.pttppppmpu 5.336e+44 7.66  7.66  1.401e+39 0.000557  20452 
TS.triHPacyl.COelim.mttmppmmmu 9.409e+44 8.00  8.00  1.391e+39 0.000553  20453 
TS.triHPacyl.COelim.ptppmttpmu 1.755e+44 7.01  7.01  1.380e+39 0.000549  20454 
TS.triHPacyl.COelim.tmpppmpppu 9.311e+44 8.00  8.00  1.378e+39 0.000548  20455 
TS.triHPacyl.COelim.tmmmpppppu 1.072e+44 6.72  6.72  1.372e+39 0.000546  20456 
TS.triHPacyl.COelim.mpmmptpppu 4.187e+43 6.16  6.16  1.371e+39 0.000545  20457 
TS.triHPacyl.COelim.mtpmptmmmu 1.343e+45 8.23  8.23  1.369e+39 0.000544  20458 
TS.triHPacyl.COelim.tppppmtppu 2.254e+45 8.54  8.54  1.362e+39 0.000542  20459 
TS.triHPacyl.COelim.ptmtmpmmmu 7.372e+44 7.87  7.87  1.360e+39 0.000541  20460 
TS.triHPacyl.COelim.ppptmpmpmu 1.874e+44 7.06  7.06  1.352e+39 0.000538  20461 
TS.triHPacyl.COelim.ttmtmmpppu 2.934e+44 7.33  7.33  1.340e+39 0.000533  20462 
TS.triHPacyl.COelim.mtpmpmpmpu 1.635e+44 6.98  6.98  1.340e+39 0.000533  20463 
TS.triHPacyl.COelim.tmttmmpmpu 1.124e+45 8.13  8.13  1.338e+39 0.000532  20464 
TS.triHPacyl.COelim.ptpmmtmmpu 1.128e+44 6.76  6.76  1.336e+39 0.000531  20465 
TS.triHPacyl.COelim.ptpmpmmpmu 3.217e+44 7.39  7.39  1.336e+39 0.000531  20466 
TS.triHPacyl.COelim.pppmmmpmmu 7.766e+43 6.54  6.54  1.334e+39 0.00053   20467 
TS.triHPacyl.COelim.mmtmpmtppu 8.670e+44 7.98  7.98  1.330e+39 0.000529  20468 
TS.triHPacyl.COelim.tpmppmpmpu 7.959e+43 6.56  6.56  1.321e+39 0.000525  20469 
TS.triHPacyl.COelim.pmttpptmpu 2.943e+44 7.34  7.34  1.319e+39 0.000524  20470 
TS.triHPacyl.COelim.ppmpmttppu 1.850e+44 7.07  7.07  1.318e+39 0.000524  20471 
TS.triHPacyl.COelim.ttmtmtppmu 2.752e+44 7.31  7.31  1.305e+39 0.000519  20472 
TS.triHPacyl.COelim.pptpmppmmu 8.125e+43 6.58  6.58  1.300e+39 0.000517  20473 
TS.triHPacyl.COelim.ttmtpttmmu 2.789e+45 8.69  8.69  1.293e+39 0.000514  20474 
TS.triHPacyl.COelim.tttmmtmmmu 1.832e+45 8.44  8.44  1.293e+39 0.000514  20475 
TS.triHPacyl.COelim.ptptptmmmu 2.219e+44 7.19  7.19  1.290e+39 0.000513  20476 
TS.triHPacyl.COelim.ttptmmmmpu 1.522e+44 6.96  6.96  1.290e+39 0.000513  20477 
TS.triHPacyl.COelim.ttptmpmpmu 4.224e+44 7.57  7.57  1.289e+39 0.000513  20478 
TS.triHPacyl.COelim.mpmtpmmpmu 2.957e+44 7.36  7.36  1.285e+39 0.000511  20479 
TS.triHPacyl.COelim.ttptmtmmpu 8.483e+43 6.62  6.62  1.285e+39 0.000511  20480 
TS.triHPacyl.COelim.ttmtpmppmu 8.523e+44 7.99  7.99  1.279e+39 0.000508  20481 
TS.triHPacyl.COelim.pmppptpmpu 1.242e+44 6.85  6.85  1.277e+39 0.000508  20482 
TS.triHPacyl.COelim.tppppmmppu 2.728e+44 7.32  7.32  1.276e+39 0.000507  20483 
TS.triHPacyl.COelim.mptmmttmpu 3.603e+44 7.48  7.48  1.275e+39 0.000507  20484 
TS.triHPacyl.COelim.mpmmpmtmmu 2.362e+44 7.23  7.23  1.271e+39 0.000506  20485 
TS.triHPacyl.COelim.mttmpmmmpu 1.801e+45 8.45  8.45  1.269e+39 0.000504  20486 
TS.triHPacyl.COelim.tptpmppmpu 3.085e+44 7.40  7.40  1.259e+39 0.000501  20487 
TS.triHPacyl.COelim.ttpmpppppu 3.701e+44 7.51  7.51  1.253e+39 0.000498  20488 
TS.triHPacyl.COelim.mmtpmppmmu 8.912e+44 8.03  8.03  1.252e+39 0.000498  20489 
TS.triHPacyl.COelim.tmmmmmpmmu 1.227e+44 6.85  6.85  1.251e+39 0.000498  20490 
TS.triHPacyl.COelim.mmptpptpmu 5.029e+44 7.69  7.69  1.251e+39 0.000497  20491 
TS.triHPacyl.COelim.ttttmtpmpu 6.380e+44 7.84  7.84  1.249e+39 0.000497  20492 
TS.triHPacyl.COelim.ttpmmmpmmu 6.315e+44 7.83  7.83  1.247e+39 0.000496  20493 
TS.triHPacyl.COelim.mttmppppmu 3.342e+44 7.45  7.45  1.242e+39 0.000494  20494 
TS.triHPacyl.COelim.ttmtmtmmmu 1.108e+44 6.80  6.80  1.240e+39 0.000493  20495 
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TS.triHPacyl.COelim.tmtpptmmmu 6.810e+44 7.88  7.88  1.238e+39 0.000492  20496 
TS.triHPacyl.COelim.mtptpmpmmu 2.030e+44 7.16  7.16  1.235e+39 0.000491  20497 
TS.triHPacyl.COelim.mptmmmpmpu 7.706e+44 7.96  7.96  1.234e+39 0.000491  20498 
TS.triHPacyl.COelim.pptppttppu 3.692e+44 7.52  7.52  1.232e+39 0.00049   20499 
TS.triHPacyl.COelim.ptptppmppu 7.140e+44 7.91  7.91  1.230e+39 0.000489  20500 
TS.triHPacyl.COelim.ptttppmmmu 1.436e+45 8.33  8.33  1.225e+39 0.000487  20501 
TS.triHPacyl.COelim.mpmmptpmmu 7.669e+43 6.59  6.59  1.218e+39 0.000484  20502 
TS.triHPacyl.COelim.pmtmptpmmu 8.085e+44 7.99  7.99  1.215e+39 0.000483  20503 
TS.triHPacyl.COelim.tmttmtpmpu 8.760e+44 8.04  8.04  1.214e+39 0.000483  20504 
TS.triHPacyl.COelim.mtppmmmppu 2.959e+44 7.40  7.40  1.212e+39 0.000482  20505 
TS.triHPacyl.COelim.pptmmpmpmu 3.377e+44 7.48  7.48  1.208e+39 0.00048   20506 
TS.triHPacyl.COelim.pttpppmmpu 9.474e+44 8.09  8.09  1.207e+39 0.00048   20507 
TS.triHPacyl.COelim.tpmmpmmmpu 1.746e+44 7.09  7.09  1.193e+39 0.000474  20508 
TS.triHPacyl.COelim.ppptmtpmmu 4.985e+44 7.72  7.72  1.192e+39 0.000474  20509 
TS.triHPacyl.COelim.tttpppmmmu 1.066e+45 8.17  8.17  1.191e+39 0.000473  20510 
TS.triHPacyl.COelim.ttttpmpppu 1.435e+45 8.35  8.35  1.190e+39 0.000473  20511 
TS.triHPacyl.COelim.tmmtmtpmmu 7.661e+43 6.60  6.60  1.189e+39 0.000473  20512 
TS.triHPacyl.COelim.ppptmmpmpu 3.365e+44 7.49  7.49  1.187e+39 0.000472  20513 
TS.triHPacyl.COelim.tppppttmpu 4.318e+45 9.01  9.01  1.182e+39 0.00047   20514 
TS.triHPacyl.COelim.tmptmmpmmu 6.012e+44 7.83  7.83  1.179e+39 0.000469  20515 
TS.triHPacyl.COelim.mmtmmpppmu 3.193e+44 7.46  7.46  1.178e+39 0.000468  20516 
TS.triHPacyl.COelim.tmmmpptmmu 3.616e+44 7.53  7.53  1.178e+39 0.000468  20517 
TS.triHPacyl.COelim.pmptmmppmu 7.373e+44 7.96  7.96  1.177e+39 0.000468  20518 
TS.triHPacyl.COelim.tpptmtpppu 1.474e+45 8.37  8.37  1.174e+39 0.000467  20519 
TS.triHPacyl.COelim.tppmmtmpmu 4.421e+44 7.66  7.66  1.163e+39 0.000462  20520 
TS.triHPacyl.COelim.mttppmmmmu 4.293e+44 7.64  7.64  1.162e+39 0.000462  20521 
TS.triHPacyl.COelim.ptpmptmmmu 1.758e+44 7.11  7.11  1.162e+39 0.000462  20522 
TS.triHPacyl.COelim.ttmtmmmmpu 5.404e+44 7.78  7.78  1.161e+39 0.000462  20523 
TS.triHPacyl.COelim.ppmtmttmmu 2.727e+44 7.37  7.37  1.160e+39 0.000461  20524 
TS.triHPacyl.COelim.tppppmtmpu 4.254e+45 9.01  9.01  1.159e+39 0.000461  20525 
TS.triHPacyl.COelim.mmtmppmmmu 9.258e+44 8.10  8.10  1.156e+39 0.00046   20526 
TS.triHPacyl.COelim.ptmtpmmmpu 4.949e+44 7.73  7.73  1.155e+39 0.000459  20527 
TS.triHPacyl.COelim.ptmtpttpmu 1.666e+44 7.08  7.08  1.154e+39 0.000459  20528 
TS.triHPacyl.COelim.tmttpptmmu 6.476e+44 7.89  7.89  1.154e+39 0.000459  20529 
TS.triHPacyl.COelim.tpttmtpppu 5.359e+44 7.78  7.78  1.151e+39 0.000457  20530 
TS.triHPacyl.COelim.pmmpptpmpu 5.874e+43 6.47  6.47  1.145e+39 0.000455  20531 
TS.triHPacyl.COelim.tttmmmmmpu 1.729e+44 7.11  7.11  1.139e+39 0.000453  20532 
TS.triHPacyl.COelim.pmppmmtpmu 2.160e+44 7.25  7.25  1.135e+39 0.000451  20533 
TS.triHPacyl.COelim.ttppppmmmu 1.742e+44 7.12  7.12  1.134e+39 0.000451  20534 
TS.triHPacyl.COelim.tmtmmttpmu 1.205e+45 8.28  8.28  1.129e+39 0.000449  20535 
TS.triHPacyl.COelim.pmpppppppu 1.600e+44 7.07  7.07  1.129e+39 0.000449  20536 
TS.triHPacyl.COelim.ptptmptmmu 5.612e+44 7.82  7.82  1.123e+39 0.000446  20537 
TS.triHPacyl.COelim.mmppmppmmu 3.257e+44 7.50  7.50  1.113e+39 0.000443  20538 
TS.triHPacyl.COelim.tmmmppppmu 1.110e+44 6.86  6.86  1.110e+39 0.000441  20539 
TS.triHPacyl.COelim.mtttpmpppu 7.917e+44 8.04  8.04  1.108e+39 0.000441  20540 
TS.triHPacyl.COelim.mpmmpttmmu 2.037e+44 7.23  7.23  1.105e+39 0.000439  20541 
TS.triHPacyl.COelim.tpmppmmpmu 8.706e+43 6.72  6.72  1.104e+39 0.000439  20542 
TS.triHPacyl.COelim.ppttptppmu 2.769e+44 7.41  7.41  1.103e+39 0.000439  20543 
TS.triHPacyl.COelim.mpmmmppmmu 1.296e+44 6.96  6.96  1.098e+39 0.000437  20544 
TS.triHPacyl.COelim.ttpmppmppu 1.505e+44 7.05  7.05  1.096e+39 0.000436  20545 
TS.triHPacyl.COelim.mmptpptmpu 6.644e+44 7.94  7.94  1.093e+39 0.000435  20546 
TS.triHPacyl.COelim.mtpmmppmpu 5.307e+44 7.81  7.81  1.091e+39 0.000434  20547 
TS.triHPacyl.COelim.ppptmpmppu 2.816e+44 7.43  7.43  1.087e+39 0.000432  20548 
TS.triHPacyl.COelim.ttmtmmmmmu 1.123e+44 6.89  6.89  1.068e+39 0.000425  20549 
TS.triHPacyl.COelim.mptmptppmu 1.642e+44 7.12  7.12  1.067e+39 0.000424  20550 
TS.triHPacyl.COelim.pmttptmmmu 6.742e+44 7.96  7.96  1.065e+39 0.000423  20551 
TS.triHPacyl.COelim.ppmtptmppu 1.930e+44 7.22  7.22  1.063e+39 0.000423  20552 
TS.triHPacyl.COelim.mttmpmpmpu 2.353e+44 7.34  7.34  1.058e+39 0.000421  20553 
TS.triHPacyl.COelim.pptmpmmpmu 5.654e+44 7.86  7.86  1.056e+39 0.00042   20554 
TS.triHPacyl.COelim.pmttpmtmmu 7.941e+44 8.07  8.07  1.051e+39 0.000418  20555 
TS.triHPacyl.COelim.tmpmpppmpu 3.231e+44 7.53  7.53  1.050e+39 0.000417  20556 
TS.triHPacyl.COelim.mptmmppmmu 3.854e+45 9.01  9.01  1.047e+39 0.000416  20557 
TS.triHPacyl.COelim.tpptmtppmu 2.850e+45 8.83  8.83  1.046e+39 0.000416  20558 
TS.triHPacyl.COelim.ptpmpmtpmu 4.862e+44 7.78  7.78  1.046e+39 0.000416  20559 
TS.triHPacyl.COelim.ptmtpmtmmu 3.540e+44 7.59  7.59  1.043e+39 0.000415  20560 
TS.triHPacyl.COelim.pmtppttpmu 2.203e+44 7.31  7.31  1.041e+39 0.000414  20561 
TS.triHPacyl.COelim.ppmppppmpu 6.221e+43 6.56  6.56  1.041e+39 0.000414  20562 
TS.triHPacyl.COelim.ttpmmpmmpu 2.163e+44 7.30  7.30  1.037e+39 0.000412  20563 
TS.triHPacyl.COelim.ptmppmtppu 5.997e+44 7.91  7.91  1.033e+39 0.000411  20564 
TS.triHPacyl.COelim.ptmtpttmpu 2.758e+44 7.45  7.45  1.032e+39 0.00041   20565 
TS.triHPacyl.COelim.tmmtmtmppu 3.351e+44 7.57  7.57  1.032e+39 0.00041   20566 
TS.triHPacyl.COelim.mppppmtppu 8.779e+44 8.14  8.14  1.029e+39 0.000409  20567 
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TS.triHPacyl.COelim.pppmppmmmu 3.547e+44 7.60  7.60  1.026e+39 0.000408  20568 
TS.triHPacyl.COelim.tttmptmmmu 3.860e+45 9.03  9.03  1.021e+39 0.000406  20569 
TS.triHPacyl.COelim.tmmtmtmpmu 9.542e+43 6.83  6.83  1.015e+39 0.000403  20570 
TS.triHPacyl.COelim.ttttmmpmpu 6.932e+44 8.01  8.01  1.014e+39 0.000403  20571 
TS.triHPacyl.COelim.mtptpppmmu 2.022e+44 7.28  7.28  1.011e+39 0.000402  20572 
TS.triHPacyl.COelim.mpmmmttmpu 1.282e+44 7.01  7.01  9.988e+38 0.000397  20573 
TS.triHPacyl.COelim.mtttpmtmpu 6.542e+44 7.99  7.99  9.961e+38 0.000396  20574 
TS.triHPacyl.COelim.mttmpppmmu 6.242e+44 7.96  7.96  9.949e+38 0.000396  20575 
TS.triHPacyl.COelim.ptmtpptmpu 5.023e+44 7.83  7.83  9.941e+38 0.000395  20576 
TS.triHPacyl.COelim.pmppmpmppu 7.410e+44 8.06  8.06  9.921e+38 0.000394  20577 
TS.triHPacyl.COelim.tmpmmttppu 1.321e+44 7.04  7.04  9.889e+38 0.000393  20578 
TS.triHPacyl.COelim.mmptpmpmpu 2.871e+44 7.50  7.50  9.883e+38 0.000393  20579 
TS.triHPacyl.COelim.ttmmmmtpmu 3.593e+44 7.63  7.63  9.855e+38 0.000392  20580 
TS.triHPacyl.COelim.ptptpppppu 1.832e+44 7.23  7.23  9.846e+38 0.000391  20581 
TS.triHPacyl.COelim.tttpmtmppu 5.956e+44 7.94  7.94  9.799e+38 0.00039   20582 
TS.triHPacyl.COelim.ppmtmmtmpu 5.306e+44 7.87  7.87  9.773e+38 0.000389  20583 
TS.triHPacyl.COelim.pptppmmppu 3.640e+44 7.65  7.65  9.683e+38 0.000385  20584 
TS.triHPacyl.COelim.pmppmtmpmu 3.427e+43 6.25  6.25  9.672e+38 0.000385  20585 
TS.triHPacyl.COelim.ppptptpppu 3.696e+44 7.67  7.67  9.608e+38 0.000382  20586 
TS.triHPacyl.COelim.ptttptppmu 2.981e+44 7.54  7.54  9.585e+38 0.000381  20587 
TS.triHPacyl.COelim.ppmtmmtmmu 2.396e+44 7.41  7.41  9.529e+38 0.000379  20588 
TS.triHPacyl.COelim.tmmmmmmpmu 1.183e+45 8.37  8.37  9.523e+38 0.000379  20589 
TS.triHPacyl.COelim.ttppmttpmu 2.303e+44 7.39  7.39  9.514e+38 0.000378  20590 
TS.triHPacyl.COelim.mtppptppmu 1.820e+44 7.25  7.25  9.471e+38 0.000377  20591 
TS.triHPacyl.COelim.pttmptmmpu 1.340e+44 7.07  7.07  9.414e+38 0.000374  20592 
TS.triHPacyl.COelim.tmpmmtmmpu 9.005e+43 6.84  6.84  9.379e+38 0.000373  20593 
TS.triHPacyl.COelim.tmppmtmppu 2.399e+44 7.43  7.43  9.240e+38 0.000367  20594 
TS.triHPacyl.COelim.tmppmttppu 9.229e+44 8.24  8.24  9.237e+38 0.000367  20595 
TS.triHPacyl.COelim.tpmmmmmpmu 1.081e+44 6.96  6.96  9.175e+38 0.000365  20596 
TS.triHPacyl.COelim.tmttptppmu 7.017e+44 8.08  8.08  9.068e+38 0.000361  20597 
TS.triHPacyl.COelim.mmmmmtpppu 8.688e+43 6.84  6.84  9.067e+38 0.000361  20598 
TS.triHPacyl.COelim.pttmpptpmu 4.503e+44 7.82  7.82  9.062e+38 0.00036   20599 
TS.triHPacyl.COelim.pmmpptmmmu 3.795e+43 6.34  6.34  9.059e+38 0.00036   20600 
TS.triHPacyl.COelim.ttmtmmtmpu 7.171e+44 8.10  8.10  9.031e+38 0.000359  20601 
TS.triHPacyl.COelim.tmmmptmmpu 2.024e+44 7.35  7.35  9.002e+38 0.000358  20602 
TS.triHPacyl.COelim.ppptppmmpu 5.884e+44 7.99  7.99  8.960e+38 0.000356  20603 
TS.triHPacyl.COelim.ptptmpmmmu 2.934e+44 7.57  7.57  8.958e+38 0.000356  20604 
TS.triHPacyl.COelim.pmptmptmmu 3.904e+44 7.74  7.74  8.956e+38 0.000356  20605 
TS.triHPacyl.COelim.mtpppmtmmu 1.938e+44 7.33  7.33  8.920e+38 0.000355  20606 
TS.triHPacyl.COelim.pmttppmmmu 7.293e+44 8.12  8.12  8.912e+38 0.000354  20607 
TS.triHPacyl.COelim.tpptptmpmu 8.146e+44 8.18  8.18  8.895e+38 0.000354  20608 
TS.triHPacyl.COelim.mmtmmmtppu 6.875e+44 8.08  8.08  8.884e+38 0.000353  20609 
TS.triHPacyl.COelim.mmmmmpppmu 1.786e+44 7.28  7.28  8.883e+38 0.000353  20610 
TS.triHPacyl.COelim.tmptmtmppu 1.168e+44 7.03  7.03  8.815e+38 0.00035   20611 
TS.triHPacyl.COelim.tmmpmtpmpu 8.669e+43 6.86  6.86  8.761e+38 0.000348  20612 
TS.triHPacyl.COelim.tmpmptpmpu 1.515e+44 7.20  7.20  8.660e+38 0.000344  20613 
TS.triHPacyl.COelim.mmmtmpppmu 1.349e+44 7.13  7.13  8.646e+38 0.000344  20614 
TS.triHPacyl.COelim.ptmtpttmmu 8.535e+43 6.86  6.86  8.547e+38 0.00034   20615 
TS.triHPacyl.COelim.ptttppmmpu 1.630e+45 8.62  8.62  8.527e+38 0.000339  20616 
TS.triHPacyl.COelim.mpppmtmppu 2.891e+44 7.59  7.59  8.520e+38 0.000339  20617 
TS.triHPacyl.COelim.tmtpppmmmu 2.528e+45 8.89  8.89  8.441e+38 0.000336  20618 
TS.triHPacyl.COelim.ptmpmptppu 1.219e+45 8.46  8.46  8.433e+38 0.000335  20619 
TS.triHPacyl.COelim.pmppmptmmu 1.097e+44 7.02  7.02  8.417e+38 0.000335  20620 
TS.triHPacyl.COelim.mpptptmpmu 2.707e+44 7.56  7.56  8.388e+38 0.000334  20621 
TS.triHPacyl.COelim.pmtpppmmpu 7.101e+44 8.14  8.14  8.368e+38 0.000333  20622 
TS.triHPacyl.COelim.ptmpmmpmpu 9.509e+43 6.94  6.94  8.336e+38 0.000331  20623 
TS.triHPacyl.COelim.tppmmmpppu 3.351e+44 7.70  7.70  8.244e+38 0.000328  20624 
TS.triHPacyl.COelim.pmmmpppmmu 1.379e+44 7.17  7.17  8.242e+38 0.000328  20625 
TS.triHPacyl.COelim.tpmpptpmpu 6.623e+43 6.73  6.73  8.237e+38 0.000328  20626 
TS.triHPacyl.COelim.tmmmmtmpmu 1.501e+44 7.22  7.22  8.215e+38 0.000327  20627 
TS.triHPacyl.COelim.mmpppptmmu 1.831e+44 7.34  7.34  8.194e+38 0.000326  20628 
TS.triHPacyl.COelim.ttpppttppu 1.718e+45 8.68  8.68  8.187e+38 0.000326  20629 
TS.triHPacyl.COelim.mmttmmtmmu 9.562e+44 8.33  8.33  8.137e+38 0.000324  20630 
TS.triHPacyl.COelim.ttmtpmmppu 4.999e+45 9.32  9.32  8.134e+38 0.000323  20631 
TS.triHPacyl.COelim.tpttmtmpmu 3.083e+44 7.66  7.66  8.131e+38 0.000323  20632 
TS.triHPacyl.COelim.tmppmmpppu 5.856e+44 8.04  8.04  8.117e+38 0.000323  20633 
TS.triHPacyl.COelim.ttmtmmpmpu 3.989e+44 7.82  7.82  7.968e+38 0.000317  20634 
TS.triHPacyl.COelim.ppppmttmpu 1.912e+45 8.76  8.76  7.935e+38 0.000316  20635 
TS.triHPacyl.COelim.mttmppmmpu 1.316e+45 8.54  8.54  7.909e+38 0.000314  20636 
TS.triHPacyl.COelim.tmtmppmmmu 1.708e+45 8.70  8.70  7.908e+38 0.000314  20637 
TS.triHPacyl.COelim.mtmpmmmmpu 1.549e+44 7.27  7.27  7.812e+38 0.000311  20638 
TS.triHPacyl.COelim.tpmtptmppu 3.978e+44 7.83  7.83  7.804e+38 0.00031   20639 
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TS.triHPacyl.COelim.ptmpmpmmpu 5.352e+44 8.01  8.01  7.785e+38 0.00031   20640 
TS.triHPacyl.COelim.pmptmptpmu 5.168e+44 7.99  7.99  7.778e+38 0.000309  20641 
TS.triHPacyl.COelim.ttmtmttmmu 5.357e+44 8.02  8.02  7.702e+38 0.000306  20642 
TS.triHPacyl.COelim.mmmmmppppu 1.418e+44 7.23  7.23  7.660e+38 0.000305  20643 
TS.triHPacyl.COelim.tmmpmttmpu 1.647e+44 7.32  7.32  7.654e+38 0.000304  20644 
TS.triHPacyl.COelim.mptppttmpu 6.241e+44 8.12  8.12  7.598e+38 0.000302  20645 
TS.triHPacyl.COelim.mptmmtpmpu 3.919e+44 7.84  7.84  7.566e+38 0.000301  20646 
TS.triHPacyl.COelim.pptpptpmpu 1.151e+44 7.12  7.12  7.534e+38 0.0003    20647 
TS.triHPacyl.COelim.tmpppmmmmu 2.866e+44 7.67  7.67  7.386e+38 0.000294  20648 
TS.triHPacyl.COelim.ttpppttmmu 6.613e+44 8.17  8.17  7.386e+38 0.000294  20649 
TS.triHPacyl.COelim.ppttppmmpu 6.487e+44 8.16  8.16  7.379e+38 0.000293  20650 
TS.triHPacyl.COelim.ttmpmtmppu 2.732e+44 7.64  7.64  7.375e+38 0.000293  20651 
TS.triHPacyl.COelim.tmppptppmu 1.502e+44 7.29  7.29  7.373e+38 0.000293  20652 
TS.triHPacyl.COelim.ttptmttppu 1.517e+44 7.29  7.29  7.362e+38 0.000293  20653 
TS.triHPacyl.COelim.mpptmmpmmu 1.541e+45 8.68  8.68  7.311e+38 0.000291  20654 
TS.triHPacyl.COelim.tpmmptpppu 3.771e+44 7.85  7.85  7.241e+38 0.000288  20655 
TS.triHPacyl.COelim.ttmmpmpppu 6.586e+44 8.18  8.18  7.204e+38 0.000286  20656 
TS.triHPacyl.COelim.ptptpttmpu 1.861e+44 7.43  7.43  7.181e+38 0.000286  20657 
TS.triHPacyl.COelim.tmptmtpmpu 1.047e+45 8.46  8.46  7.174e+38 0.000285  20658 
TS.triHPacyl.COelim.ttttmpmmpu 3.789e+45 9.23  9.23  7.155e+38 0.000285  20659 
TS.triHPacyl.COelim.tpmmptmpmu 2.802e+44 7.68  7.68  7.129e+38 0.000283  20660 
TS.triHPacyl.COelim.tppmmpmppu 3.600e+44 7.83  7.83  7.098e+38 0.000282  20661 
TS.triHPacyl.COelim.mmtmppmmpu 9.013e+44 8.38  8.38  7.085e+38 0.000282  20662 
TS.triHPacyl.COelim.pmtmpptppu 4.083e+44 7.91  7.91  7.050e+38 0.00028   20663 
TS.triHPacyl.COelim.mptmpmmppu 6.577e+43 6.82  6.82  7.048e+38 0.00028   20664 
TS.triHPacyl.COelim.ppttmttmpu 7.239e+44 8.25  8.25  7.034e+38 0.00028   20665 
TS.triHPacyl.COelim.ttppppmppu 5.903e+44 8.13  8.13  7.010e+38 0.000279  20666 
TS.triHPacyl.COelim.mmmppptmmu 5.474e+43 6.72  6.72  6.988e+38 0.000278  20667 
TS.triHPacyl.COelim.ptppptmmmu 1.194e+44 7.18  7.18  6.970e+38 0.000277  20668 
TS.triHPacyl.COelim.ptptptppmu 3.363e+44 7.80  7.80  6.945e+38 0.000276  20669 
TS.triHPacyl.COelim.ttmtmtpmpu 3.039e+44 7.75  7.75  6.911e+38 0.000275  20670 
TS.triHPacyl.COelim.ppptppmppu 2.487e+44 7.63  7.63  6.891e+38 0.000274  20671 
TS.triHPacyl.COelim.ptmpmmtmpu 9.165e+44 8.41  8.41  6.831e+38 0.000272  20672 
TS.triHPacyl.COelim.mptmpptppu 7.133e+43 6.89  6.89  6.828e+38 0.000272  20673 
TS.triHPacyl.COelim.tmmpmtpppu 6.943e+43 6.87  6.87  6.825e+38 0.000271  20674 
TS.triHPacyl.COelim.mmttmmpppu 1.370e+45 8.65  8.65  6.818e+38 0.000271  20675 
TS.triHPacyl.COelim.tmmmmttpmu 3.560e+44 7.85  7.85  6.811e+38 0.000271  20676 
TS.triHPacyl.COelim.mpmmmmpmpu 1.093e+44 7.15  7.15  6.784e+38 0.00027   20677 
TS.triHPacyl.COelim.pmtppptpmu 2.200e+44 7.57  7.57  6.780e+38 0.00027   20678 
TS.triHPacyl.COelim.tmppmttmpu 1.053e+45 8.50  8.50  6.740e+38 0.000268  20679 
TS.triHPacyl.COelim.tmttpmmmmu 3.196e+45 9.17  9.17  6.702e+38 0.000266  20680 
TS.triHPacyl.COelim.mmttmtpppu 7.803e+44 8.33  8.33  6.660e+38 0.000265  20681 
TS.triHPacyl.COelim.ttppmttmmu 5.800e+44 8.15  8.15  6.649e+38 0.000264  20682 
TS.triHPacyl.COelim.ptmtpmppmu 7.917e+43 6.97  6.97  6.608e+38 0.000263  20683 
TS.triHPacyl.COelim.ppttpttpmu 5.798e+44 8.16  8.16  6.557e+38 0.000261  20684 
TS.triHPacyl.COelim.ptttptmmmu 1.013e+45 8.50  8.50  6.545e+38 0.00026   20685 
TS.triHPacyl.COelim.pttmmmtpmu 1.213e+45 8.60  8.60  6.538e+38 0.00026   20686 
TS.triHPacyl.COelim.tmtmmmtpmu 1.313e+45 8.66  8.66  6.416e+38 0.000255  20687 
TS.triHPacyl.COelim.mtpmpppmpu 8.008e+43 7.00  7.00  6.404e+38 0.000255  20688 
TS.triHPacyl.COelim.mmmmmttppu 2.653e+44 7.71  7.71  6.379e+38 0.000254  20689 
TS.triHPacyl.COelim.mptpmtmpmu 1.580e+44 7.41  7.41  6.369e+38 0.000253  20690 
TS.triHPacyl.COelim.mpmmmtpmpu 9.215e+43 7.08  7.08  6.366e+38 0.000253  20691 
TS.triHPacyl.COelim.tmmtmttppu 6.291e+44 8.23  8.23  6.345e+38 0.000252  20692 
TS.triHPacyl.COelim.pmttppmmpu 7.954e+44 8.37  8.37  6.341e+38 0.000252  20693 
TS.triHPacyl.COelim.ppmmptmpmu 9.964e+43 7.13  7.13  6.338e+38 0.000252  20694 
TS.triHPacyl.COelim.mmppmtmmmu 2.361e+44 7.65  7.65  6.331e+38 0.000252  20695 
TS.triHPacyl.COelim.pmtmmmmmmu 3.050e+44 7.81  7.81  6.262e+38 0.000249  20696 
TS.triHPacyl.COelim.tmppmppppu 1.253e+45 8.65  8.65  6.255e+38 0.000249  20697 
TS.triHPacyl.COelim.ppmtmttmpu 3.924e+44 7.96  7.96  6.221e+38 0.000247  20698 
TS.triHPacyl.COelim.mmpppmmppu 7.918e+44 8.38  8.38  6.192e+38 0.000246  20699 
TS.triHPacyl.COelim.mmmpmmmppu 1.975e+44 7.56  7.56  6.184e+38 0.000246  20700 
TS.triHPacyl.COelim.ptmmmmtpmu 1.720e+45 8.85  8.85  6.163e+38 0.000245  20701 
TS.triHPacyl.COelim.mttpppmmmu 3.768e+44 7.95  7.95  6.130e+38 0.000244  20702 
TS.triHPacyl.COelim.ptmpmpmpmu 9.518e+43 7.13  7.13  6.129e+38 0.000244  20703 
TS.triHPacyl.COelim.mppmpmmmmu 7.098e+43 6.95  6.95  6.121e+38 0.000243  20704 
TS.triHPacyl.COelim.mtmpmttmpu 3.102e+44 7.84  7.84  6.063e+38 0.000241  20705 
TS.triHPacyl.COelim.tmppmptmpu 1.796e+45 8.88  8.88  6.052e+38 0.000241  20706 
TS.triHPacyl.COelim.ttmmpmmmmu 3.688e+44 7.94  7.94  6.048e+38 0.00024   20707 
TS.triHPacyl.COelim.pmmmpttpmu 2.728e+44 7.76  7.76  6.040e+38 0.00024   20708 
TS.triHPacyl.COelim.mmtmmmmmmu 2.715e+45 9.13  9.13  6.017e+38 0.000239  20709 
TS.triHPacyl.COelim.pmttmpmmpu 6.785e+44 8.31  8.31  6.001e+38 0.000239  20710 
TS.triHPacyl.COelim.mppppmpppu 5.430e+44 8.18  8.18  5.980e+38 0.000238  20711 
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TS.triHPacyl.COelim.ptmtmmtppu 1.801e+45 8.89  8.89  5.980e+38 0.000238  20712 
TS.triHPacyl.COelim.ttmtmtpppu 3.091e+44 7.84  7.84  5.965e+38 0.000237  20713 
TS.triHPacyl.COelim.mpttpmpppu 4.457e+44 8.06  8.06  5.951e+38 0.000237  20714 
TS.triHPacyl.COelim.ttmtmttppu 1.578e+45 8.82  8.82  5.927e+38 0.000236  20715 
TS.triHPacyl.COelim.tptmpmmppu 2.823e+44 7.79  7.79  5.920e+38 0.000235  20716 
TS.triHPacyl.COelim.mtttpmmmmu 2.025e+45 8.98  8.98  5.857e+38 0.000233  20717 
TS.triHPacyl.COelim.tpttmmmpmu 3.553e+44 7.94  7.94  5.849e+38 0.000233  20718 
TS.triHPacyl.COelim.mpptmtpmmu 1.199e+45 8.67  8.67  5.834e+38 0.000232  20719 
TS.triHPacyl.COelim.mtttpptmpu 6.161e+44 8.28  8.28  5.760e+38 0.000229  20720 
TS.triHPacyl.COelim.mtmtppppmu 2.482e+44 7.74  7.74  5.737e+38 0.000228  20721 
TS.triHPacyl.COelim.mtmtpmtmmu 9.934e+44 8.56  8.56  5.725e+38 0.000228  20722 
TS.triHPacyl.COelim.mttppmmmpu 1.747e+45 8.90  8.90  5.723e+38 0.000228  20723 
TS.triHPacyl.COelim.ttmpmptmmu 2.029e+44 7.62  7.62  5.717e+38 0.000227  20724 
TS.triHPacyl.COelim.tmmpmmpppu 1.518e+44 7.45  7.45  5.652e+38 0.000225  20725 
TS.triHPacyl.COelim.pttpptmmpu 7.923e+44 8.44  8.44  5.638e+38 0.000224  20726 
TS.triHPacyl.COelim.mttmmmmppu 6.579e+44 8.33  8.33  5.618e+38 0.000223  20727 
TS.triHPacyl.COelim.tpmmpppppu 2.924e+44 7.85  7.85  5.571e+38 0.000222  20728 
TS.triHPacyl.COelim.tmpmmmtmpu 1.800e+44 7.56  7.56  5.562e+38 0.000221  20729 
TS.triHPacyl.COelim.ppmmpptmmu 8.718e+43 7.13  7.13  5.561e+38 0.000221  20730 
TS.triHPacyl.COelim.mmptpppppu 4.051e+44 8.05  8.05  5.550e+38 0.000221  20731 
TS.triHPacyl.COelim.pptpptmmmu 2.596e+44 7.79  7.79  5.527e+38 0.00022   20732 
TS.triHPacyl.COelim.tttpmmpmpu 6.026e+44 8.29  8.29  5.504e+38 0.000219  20733 
TS.triHPacyl.COelim.ppttmmtmpu 5.211e+44 8.20  8.20  5.497e+38 0.000219  20734 
TS.triHPacyl.COelim.tpttmmmppu 1.176e+45 8.69  8.69  5.471e+38 0.000218  20735 
TS.triHPacyl.COelim.pptmppmpmu 1.806e+44 7.58  7.58  5.450e+38 0.000217  20736 
TS.triHPacyl.COelim.ttmppmppmu 6.425e+44 8.33  8.33  5.447e+38 0.000217  20737 
TS.triHPacyl.COelim.mmptpptppu 3.929e+44 8.04  8.04  5.430e+38 0.000216  20738 
TS.triHPacyl.COelim.mtptpppmpu 2.913e+44 7.87  7.87  5.364e+38 0.000213  20739 
TS.triHPacyl.COelim.mpttptpmmu 8.631e+44 8.52  8.52  5.351e+38 0.000213  20740 
TS.triHPacyl.COelim.mpptptmppu 3.094e+44 7.92  7.92  5.272e+38 0.00021   20741 
TS.triHPacyl.COelim.tpttmtppmu 6.927e+44 8.40  8.40  5.263e+38 0.000209  20742 
TS.triHPacyl.COelim.mtppmtmpmu 1.278e+44 7.40  7.40  5.237e+38 0.000208  20743 
TS.triHPacyl.COelim.tmmtppppmu 1.072e+44 7.29  7.29  5.234e+38 0.000208  20744 
TS.triHPacyl.COelim.mtpmmtpmpu 8.005e+43 7.12  7.12  5.217e+38 0.000207  20745 
TS.triHPacyl.COelim.mtptmmpmmu 2.750e+44 7.86  7.86  5.209e+38 0.000207  20746 
TS.triHPacyl.COelim.mpptmmpmpu 2.991e+45 9.28  9.28  5.204e+38 0.000207  20747 
TS.triHPacyl.COelim.pmmtpttmmu 1.057e+44 7.29  7.29  5.167e+38 0.000205  20748 
TS.triHPacyl.COelim.ttpmpptppu 2.536e+44 7.81  7.81  5.157e+38 0.000205  20749 
TS.triHPacyl.COelim.ptmppttmpu 6.328e+43 6.99  6.99  5.139e+38 0.000204  20750 
TS.triHPacyl.COelim.ppppmmtmpu 1.119e+45 8.70  8.70  5.129e+38 0.000204  20751 
TS.triHPacyl.COelim.ttmtpmtmpu 4.102e+45 9.48  9.48  5.063e+38 0.000201  20752 
TS.triHPacyl.COelim.tmptmttmpu 2.686e+45 9.23  9.23  5.062e+38 0.000201  20753 
TS.triHPacyl.COelim.ppptmttpmu 1.077e+45 8.69  8.69  5.061e+38 0.000201  20754 
TS.triHPacyl.COelim.tmmtptpppu 5.134e+44 8.25  8.25  5.042e+38 0.0002    20755 
TS.triHPacyl.COelim.mtmmpmtppu 3.787e+44 8.07  8.07  5.030e+38 0.0002    20756 
TS.triHPacyl.COelim.ttttmmmmmu 8.314e+44 8.54  8.54  4.998e+38 0.000199  20757 
TS.triHPacyl.COelim.tmmppptmmu 2.584e+44 7.84  7.84  4.998e+38 0.000199  20758 
TS.triHPacyl.COelim.mtpppmtpmu 1.493e+44 7.52  7.52  4.978e+38 0.000198  20759 
TS.triHPacyl.COelim.ttptmmtppu 2.317e+44 7.78  7.78  4.977e+38 0.000198  20760 
TS.triHPacyl.COelim.ppmpppmmmu 5.985e+43 6.97  6.97  4.975e+38 0.000198  20761 
TS.triHPacyl.COelim.mmppmmmpmu 2.435e+44 7.81  7.81  4.966e+38 0.000197  20762 
TS.triHPacyl.COelim.ptttpptpmu 1.982e+45 9.07  9.07  4.934e+38 0.000196  20763 
TS.triHPacyl.COelim.mtmmmmmpmu 5.240e+44 8.27  8.27  4.912e+38 0.000195  20764 
TS.triHPacyl.COelim.ttmtpmpppu 7.432e+44 8.49  8.49  4.875e+38 0.000194  20765 
TS.triHPacyl.COelim.tpmmmtppmu 2.475e+44 7.83  7.83  4.870e+38 0.000194  20766 
TS.triHPacyl.COelim.mtppmpmppu 2.259e+44 7.78  7.78  4.861e+38 0.000193  20767 
TS.triHPacyl.COelim.tmppmtpppu 2.263e+44 7.78  7.78  4.849e+38 0.000193  20768 
TS.triHPacyl.COelim.tmppmtmmpu 2.398e+45 9.20  9.20  4.791e+38 0.000191  20769 
TS.triHPacyl.COelim.tmttpppppu 4.076e+44 8.14  8.14  4.767e+38 0.00019   20770 
TS.triHPacyl.COelim.tptpmmtppu 6.044e+44 8.38  8.38  4.747e+38 0.000189  20771 
TS.triHPacyl.COelim.mpmtpmtmpu 2.621e+45 9.26  9.26  4.745e+38 0.000189  20772 
TS.triHPacyl.COelim.ptmtmtmmmu 2.199e+44 7.79  7.79  4.678e+38 0.000186  20773 
TS.triHPacyl.COelim.pmptmmpmpu 1.709e+44 7.64  7.64  4.663e+38 0.000185  20774 
TS.triHPacyl.COelim.mmptptmpmu 1.534e+44 7.58  7.58  4.641e+38 0.000185  20775 
TS.triHPacyl.COelim.ptptppppmu 4.979e+44 8.28  8.28  4.640e+38 0.000185  20776 
TS.triHPacyl.COelim.mmmtmtpppu 1.170e+45 8.79  8.79  4.626e+38 0.000184  20777 
TS.triHPacyl.COelim.tpmppmmppu 5.038e+43 6.91  6.91  4.624e+38 0.000184  20778 
TS.triHPacyl.COelim.ttmmmtpppu 2.246e+44 7.81  7.81  4.617e+38 0.000184  20779 
TS.triHPacyl.COelim.pmttpptmmu 3.189e+44 8.02  8.02  4.613e+38 0.000183  20780 
TS.triHPacyl.COelim.mtpppptmmu 1.758e+44 7.66  7.66  4.609e+38 0.000183  20781 
TS.triHPacyl.COelim.mtttpmmmpu 1.937e+45 9.09  9.09  4.590e+38 0.000183  20782 
TS.triHPacyl.COelim.ppptmttppu 1.209e+45 8.82  8.82  4.575e+38 0.000182  20783 
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TS.triHPacyl.COelim.tppmpttmmu 5.208e+44 8.31  8.31  4.571e+38 0.000182  20784 
TS.triHPacyl.COelim.mtmmpmmmmu 4.366e+44 8.21  8.21  4.561e+38 0.000181  20785 
TS.triHPacyl.COelim.pmmtpttppu 4.731e+44 8.26  8.26  4.534e+38 0.00018   20786 
TS.triHPacyl.COelim.ttptmmpppu 1.794e+44 7.68  7.68  4.531e+38 0.00018   20787 
TS.triHPacyl.COelim.mptmmmtmmu 1.874e+45 9.09  9.09  4.496e+38 0.000179  20788 
TS.triHPacyl.COelim.mppppptppu 3.068e+44 8.01  8.01  4.492e+38 0.000179  20789 
TS.triHPacyl.COelim.tmtmpmtpmu 2.683e+45 9.30  9.30  4.490e+38 0.000179  20790 
TS.triHPacyl.COelim.tmpppppmmu 2.267e+44 7.83  7.83  4.486e+38 0.000178  20791 
TS.triHPacyl.COelim.mttmmmtpmu 4.783e+44 8.28  8.28  4.473e+38 0.000178  20792 
TS.triHPacyl.COelim.pmptmmmpmu 1.584e+45 8.99  8.99  4.462e+38 0.000177  20793 
TS.triHPacyl.COelim.ppttptmpmu 4.113e+44 8.19  8.19  4.462e+38 0.000177  20794 
TS.triHPacyl.COelim.tpmtmttmmu 4.700e+44 8.27  8.27  4.451e+38 0.000177  20795 
TS.triHPacyl.COelim.tmmpmttppu 1.943e+44 7.74  7.74  4.441e+38 0.000177  20796 
TS.triHPacyl.COelim.mmpppptpmu 1.435e+44 7.56  7.56  4.427e+38 0.000176  20797 
TS.triHPacyl.COelim.ppttmmpmmu 5.565e+44 8.37  8.37  4.426e+38 0.000176  20798 
TS.triHPacyl.COelim.ppppmtmmpu 3.201e+44 8.05  8.05  4.398e+38 0.000175  20799 
TS.triHPacyl.COelim.tttpmtpmpu 4.081e+44 8.19  8.19  4.392e+38 0.000175  20800 
TS.triHPacyl.COelim.tpttmmppmu 5.972e+44 8.42  8.42  4.383e+38 0.000174  20801 
TS.triHPacyl.COelim.pmmmptmmmu 2.107e+44 7.80  7.80  4.368e+38 0.000174  20802 
TS.triHPacyl.COelim.tpttmttpmu 1.874e+45 9.11  9.11  4.357e+38 0.000173  20803 
TS.triHPacyl.COelim.ttptmtpppu 1.035e+44 7.38  7.38  4.354e+38 0.000173  20804 
TS.triHPacyl.COelim.mmtmmtpmpu 7.019e+44 8.53  8.53  4.321e+38 0.000172  20805 
TS.triHPacyl.COelim.tttmppmmmu 3.771e+45 9.53  9.53  4.312e+38 0.000171  20806 
TS.triHPacyl.COelim.mttmpppmpu 1.899e+44 7.75  7.75  4.294e+38 0.000171  20807 
TS.triHPacyl.COelim.pmppmptpmu 9.946e+43 7.37  7.37  4.242e+38 0.000169  20808 
TS.triHPacyl.COelim.mtptmppmmu 2.214e+44 7.85  7.85  4.236e+38 0.000168  20809 
TS.triHPacyl.COelim.mmtpmtmpmu 2.287e+44 7.87  7.87  4.226e+38 0.000168  20810 
TS.triHPacyl.COelim.tmmpmmpmmu 3.904e+43 6.82  6.82  4.207e+38 0.000167  20811 
TS.triHPacyl.COelim.tmpmmmtppu 1.612e+44 7.67  7.67  4.194e+38 0.000167  20812 
TS.triHPacyl.COelim.tmttmttpmu 2.561e+45 9.32  9.32  4.175e+38 0.000166  20813 
TS.triHPacyl.COelim.ppttptmppu 5.597e+44 8.42  8.42  4.143e+38 0.000165  20814 
TS.triHPacyl.COelim.ttptmmmmmu 3.644e+44 8.16  8.16  4.134e+38 0.000164  20815 
TS.triHPacyl.COelim.tmptmtpmmu 8.777e+44 8.69  8.69  4.131e+38 0.000164  20816 
TS.triHPacyl.COelim.mpptmtpmpu 2.465e+45 9.30  9.30  4.119e+38 0.000164  20817 
TS.triHPacyl.COelim.tpptptmppu 1.231e+45 8.89  8.89  4.112e+38 0.000164  20818 
TS.triHPacyl.COelim.ttpmmttppu 1.927e+44 7.79  7.79  4.106e+38 0.000163  20819 
TS.triHPacyl.COelim.mpppptpppu 4.798e+44 8.33  8.33  4.105e+38 0.000163  20820 
TS.triHPacyl.COelim.tmmpptpmmu 4.358e+43 6.90  6.90  4.086e+38 0.000162  20821 
TS.triHPacyl.COelim.mmpmmmpppu 2.617e+44 7.97  7.97  4.072e+38 0.000162  20822 
TS.triHPacyl.COelim.mtmpmpppmu 8.469e+43 7.30  7.30  4.067e+38 0.000162  20823 
TS.triHPacyl.COelim.mpptpppmmu 1.036e+45 8.79  8.79  4.064e+38 0.000162  20824 
TS.triHPacyl.COelim.ptppmptppu 3.239e+44 8.10  8.10  4.062e+38 0.000162  20825 
TS.triHPacyl.COelim.tmppmptppu 1.089e+45 8.83  8.83  4.054e+38 0.000161  20826 
TS.triHPacyl.COelim.pmtppmtpmu 5.017e+44 8.37  8.37  4.043e+38 0.000161  20827 
TS.triHPacyl.COelim.mtptmtpppu 2.265e+45 9.26  9.26  4.039e+38 0.000161  20828 
TS.triHPacyl.COelim.mmptpmmmmu 7.679e+44 8.62  8.62  4.028e+38 0.00016   20829 
TS.triHPacyl.COelim.tttmmmtpmu 3.419e+45 9.51  9.51  4.024e+38 0.00016   20830 
TS.triHPacyl.COelim.tpmpptmppu 3.797e+43 6.83  6.83  4.005e+38 0.000159  20831 
TS.triHPacyl.COelim.ppmtppmppu 1.700e+44 7.73  7.73  3.996e+38 0.000159  20832 
TS.triHPacyl.COelim.tpmtptpmpu 7.740e+44 8.63  8.63  3.984e+38 0.000158  20833 
TS.triHPacyl.COelim.mmttmptmpu 6.588e+44 8.54  8.54  3.983e+38 0.000158  20834 
TS.triHPacyl.COelim.ppmmpppmmu 4.527e+43 6.94  6.94  3.979e+38 0.000158  20835 
TS.triHPacyl.COelim.tpttmtmmmu 8.604e+44 8.70  8.70  3.952e+38 0.000157  20836 
TS.triHPacyl.COelim.ppptppmmmu 6.947e+44 8.57  8.57  3.944e+38 0.000157  20837 
TS.triHPacyl.COelim.mmttpmppmu 2.208e+45 9.27  9.27  3.926e+38 0.000156  20838 
TS.triHPacyl.COelim.mpmtptpmmu 4.562e+44 8.33  8.33  3.907e+38 0.000155  20839 
TS.triHPacyl.COelim.ttttmtppmu 5.065e+44 8.40  8.40  3.877e+38 0.000154  20840 
TS.triHPacyl.COelim.ttttmttmmu 7.207e+44 8.61  8.61  3.869e+38 0.000154  20841 
TS.triHPacyl.COelim.pppmmpmpmu 1.024e+45 8.82  8.82  3.867e+38 0.000154  20842 
TS.triHPacyl.COelim.mptppptpmu 9.932e+43 7.43  7.43  3.853e+38 0.000153  20843 
TS.triHPacyl.COelim.mtpppppppu 4.163e+44 8.29  8.29  3.813e+38 0.000152  20844 
TS.triHPacyl.COelim.mtttpppppu 5.788e+44 8.49  8.49  3.769e+38 0.00015   20845 
TS.triHPacyl.COelim.tmmtpptmmu 1.208e+44 7.56  7.56  3.760e+38 0.000149  20846 
TS.triHPacyl.COelim.tpttmttppu 9.945e+44 8.82  8.82  3.751e+38 0.000149  20847 
TS.triHPacyl.COelim.ppptmmtppu 1.477e+45 9.06  9.06  3.738e+38 0.000149  20848 
TS.triHPacyl.COelim.mmptppppmu 3.661e+44 8.23  8.23  3.706e+38 0.000147  20849 
TS.triHPacyl.COelim.mmttpmpppu 2.333e+45 9.33  9.33  3.705e+38 0.000147  20850 
TS.triHPacyl.COelim.tmpmmmmmpu 8.333e+43 7.35  7.35  3.702e+38 0.000147  20851 
TS.triHPacyl.COelim.ppttmtppmu 4.043e+44 8.29  8.29  3.686e+38 0.000147  20852 
TS.triHPacyl.COelim.pmtmpmpmmu 3.962e+44 8.28  8.28  3.675e+38 0.000146  20853 
TS.triHPacyl.COelim.pppmmttpmu 1.295e+45 8.99  8.99  3.646e+38 0.000145  20854 
TS.triHPacyl.COelim.tpttmtmmpu 2.197e+45 9.31  9.31  3.638e+38 0.000145  20855 
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TS.triHPacyl.COelim.ttmtmmtpmu 2.188e+44 7.94  7.94  3.609e+38 0.000143  20856 
TS.triHPacyl.COelim.mmmmmtmmpu 2.266e+44 7.96  7.96  3.609e+38 0.000143  20857 
TS.triHPacyl.COelim.tpmtmmtmmu 4.497e+44 8.37  8.37  3.607e+38 0.000143  20858 
TS.triHPacyl.COelim.mptmmtmmpu 2.682e+44 8.06  8.06  3.600e+38 0.000143  20859 
TS.triHPacyl.COelim.tmppptmmpu 3.958e+45 9.67  9.67  3.600e+38 0.000143  20860 
TS.triHPacyl.COelim.ppttpptpmu 5.042e+44 8.44  8.44  3.578e+38 0.000142  20861 
TS.triHPacyl.COelim.tpmmmmpmmu 1.213e+44 7.59  7.59  3.567e+38 0.000142  20862 
TS.triHPacyl.COelim.mmmpmttmmu 2.970e+44 8.13  8.13  3.565e+38 0.000142  20863 
TS.triHPacyl.COelim.ppptmmtpmu 1.268e+45 9.00  9.00  3.542e+38 0.000141  20864 
TS.triHPacyl.COelim.ttptpmmpmu 7.487e+44 8.69  8.69  3.490e+38 0.000139  20865 
TS.triHPacyl.COelim.tmptmmtmmu 6.143e+45 9.95  9.95  3.489e+38 0.000139  20866 
TS.triHPacyl.COelim.ttmmppmpmu 1.684e+45 9.18  9.18  3.478e+38 0.000138  20867 
TS.triHPacyl.COelim.tmttpmmmpu 2.081e+45 9.30  9.30  3.473e+38 0.000138  20868 
TS.triHPacyl.COelim.mtmmpmpppu 1.675e+44 7.80  7.80  3.470e+38 0.000138  20869 
TS.triHPacyl.COelim.mptpmmmpmu 1.726e+44 7.82  7.82  3.465e+38 0.000138  20870 
TS.triHPacyl.COelim.mtmpmmtmmu 9.266e+43 7.45  7.45  3.456e+38 0.000137  20871 
TS.triHPacyl.COelim.tttmmtmmpu 1.753e+44 7.83  7.83  3.440e+38 0.000137  20872 
TS.triHPacyl.COelim.ppppmmmmpu 5.114e+44 8.48  8.48  3.422e+38 0.000136  20873 
TS.triHPacyl.COelim.pmtpmtmppu 2.653e+44 8.09  8.09  3.408e+38 0.000135  20874 
TS.triHPacyl.COelim.ttpmptmppu 1.365e+44 7.69  7.69  3.400e+38 0.000135  20875 
TS.triHPacyl.COelim.mmtpmmmmmu 1.245e+45 9.01  9.01  3.396e+38 0.000135  20876 
TS.triHPacyl.COelim.mmptppmpmu 2.190e+44 7.98  7.98  3.387e+38 0.000135  20877 
TS.triHPacyl.COelim.tmmmmmtpmu 4.117e+44 8.35  8.35  3.380e+38 0.000134  20878 
TS.triHPacyl.COelim.ttptmpppmu 4.672e+45 9.80  9.80  3.377e+38 0.000134  20879 
TS.triHPacyl.COelim.ptttptmmpu 9.660e+44 8.86  8.86  3.372e+38 0.000134  20880 
TS.triHPacyl.COelim.ttpmmmmmmu 1.878e+44 7.89  7.89  3.347e+38 0.000133  20881 
TS.triHPacyl.COelim.mtmtpmpppu 1.953e+44 7.92  7.92  3.344e+38 0.000133  20882 
TS.triHPacyl.COelim.pmtmmmtpmu 7.979e+44 8.76  8.76  3.340e+38 0.000133  20883 
TS.triHPacyl.COelim.ptmmmmpmmu 2.323e+44 8.02  8.02  3.318e+38 0.000132  20884 
TS.triHPacyl.COelim.ptpmptmmpu 1.238e+44 7.65  7.65  3.304e+38 0.000131  20885 
TS.triHPacyl.COelim.mmttmmppmu 1.532e+45 9.15  9.15  3.301e+38 0.000131  20886 
TS.triHPacyl.COelim.ttmtptmmmu 3.365e+44 8.25  8.25  3.300e+38 0.000131  20887 
TS.triHPacyl.COelim.pmttmmmpmu 2.149e+44 7.98  7.98  3.299e+38 0.000131  20888 
TS.triHPacyl.COelim.mpttmmtpmu 1.629e+45 9.19  9.19  3.286e+38 0.000131  20889 
TS.triHPacyl.COelim.ppmmmtmmmu 1.173e+44 7.62  7.62  3.284e+38 0.000131  20890 
TS.triHPacyl.COelim.mmtmmtmmmu 7.289e+45 10.08 10.08 3.282e+38 0.000131  20891 
TS.triHPacyl.COelim.ttmpmpmppu 1.128e+44 7.60  7.60  3.282e+38 0.000131  20892 
TS.triHPacyl.COelim.pttmmttpmu 6.298e+44 8.63  8.63  3.281e+38 0.00013   20893 
TS.triHPacyl.COelim.mpppmmmppu 2.761e+44 8.14  8.14  3.273e+38 0.00013   20894 
TS.triHPacyl.COelim.pptmmtmmmu 6.392e+44 8.64  8.64  3.264e+38 0.00013   20895 
TS.triHPacyl.COelim.ttmpmmtppu 1.791e+44 7.88  7.88  3.262e+38 0.00013   20896 
TS.triHPacyl.COelim.pptppmpmpu 2.009e+44 7.95  7.95  3.262e+38 0.00013   20897 
TS.triHPacyl.COelim.pmptmpppmu 4.372e+44 8.41  8.41  3.259e+38 0.00013   20898 
TS.triHPacyl.COelim.mtptmptmpu 5.915e+44 8.59  8.59  3.251e+38 0.000129  20899 
TS.triHPacyl.COelim.mptpmmtmpu 2.020e+45 9.33  9.33  3.246e+38 0.000129  20900 
TS.triHPacyl.COelim.ttmpmtpmmu 5.344e+43 7.16  7.16  3.242e+38 0.000129  20901 
TS.triHPacyl.COelim.mmptpmmmpu 7.112e+44 8.71  8.71  3.231e+38 0.000128  20902 
TS.triHPacyl.COelim.tmppppppmu 1.458e+44 7.77  7.77  3.209e+38 0.000128  20903 
TS.triHPacyl.COelim.mptmmppppu 6.223e+44 8.63  8.63  3.206e+38 0.000127  20904 
TS.triHPacyl.COelim.mmmmmtpmpu 2.523e+44 8.10  8.10  3.189e+38 0.000127  20905 
TS.triHPacyl.COelim.ppttpppppu 1.837e+44 7.91  7.91  3.181e+38 0.000126  20906 
TS.triHPacyl.COelim.ptpmmptpmu 1.660e+44 7.85  7.85  3.177e+38 0.000126  20907 
TS.triHPacyl.COelim.tmpmpttppu 9.252e+44 8.88  8.88  3.167e+38 0.000126  20908 
TS.triHPacyl.COelim.tmmpmmtpmu 1.483e+44 7.79  7.79  3.131e+38 0.000124  20909 
TS.triHPacyl.COelim.ppmmppmpmu 7.246e+43 7.37  7.37  3.111e+38 0.000124  20910 
TS.triHPacyl.COelim.mpmtpmpmmu 3.111e+44 8.24  8.24  3.111e+38 0.000124  20911 
TS.triHPacyl.COelim.tmmpmmmpmu 3.137e+43 6.87  6.87  3.089e+38 0.000123  20912 
TS.triHPacyl.COelim.mpttptmpmu 3.112e+44 8.24  8.24  3.081e+38 0.000123  20913 
TS.triHPacyl.COelim.ptmppmmmpu 2.842e+44 8.19  8.19  3.080e+38 0.000122  20914 
TS.triHPacyl.COelim.mpptptpmmu 6.554e+44 8.69  8.69  3.078e+38 0.000122  20915 
TS.triHPacyl.COelim.tpptmtmmpu 6.564e+44 8.69  8.69  3.073e+38 0.000122  20916 
TS.triHPacyl.COelim.ppttmmppmu 3.301e+44 8.28  8.28  3.067e+38 0.000122  20917 
TS.triHPacyl.COelim.ptptmmtpmu 9.490e+44 8.91  8.91  3.054e+38 0.000121  20918 
TS.triHPacyl.COelim.tmmtmmtppu 6.089e+44 8.65  8.65  3.045e+38 0.000121  20919 
TS.triHPacyl.COelim.pmttptmpmu 1.370e+44 7.76  7.76  3.035e+38 0.000121  20920 
TS.triHPacyl.COelim.ttpmptpppu 2.430e+44 8.11  8.11  3.022e+38 0.00012   20921 
TS.triHPacyl.COelim.ppptptppmu 4.356e+44 8.46  8.46  3.014e+38 0.00012   20922 
TS.triHPacyl.COelim.ptptpptmpu 3.564e+44 8.34  8.34  3.004e+38 0.000119  20923 
TS.triHPacyl.COelim.ttmtpmmmpu 7.705e+44 8.80  8.80  2.997e+38 0.000119  20924 
TS.triHPacyl.COelim.ttmtmtmmpu 5.697e+44 8.62  8.62  2.989e+38 0.000119  20925 
TS.triHPacyl.COelim.ppptmptpmu 7.182e+44 8.76  8.76  2.986e+38 0.000119  20926 
TS.triHPacyl.COelim.ttmmmttpmu 4.359e+44 8.46  8.46  2.981e+38 0.000119  20927 
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TS.triHPacyl.COelim.pmmpmmtmpu 2.481e+44 8.13  8.13  2.975e+38 0.000118  20928 
TS.triHPacyl.COelim.ttttmtmmmu 1.112e+45 9.03  9.03  2.959e+38 0.000118  20929 
TS.triHPacyl.COelim.mtpppptpmu 1.382e+44 7.78  7.78  2.954e+38 0.000117  20930 
TS.triHPacyl.COelim.ttptmttmpu 2.032e+44 8.02  8.02  2.940e+38 0.000117  20931 
TS.triHPacyl.COelim.ttttpmmmpu 1.318e+46 10.50 10.50 2.939e+38 0.000117  20932 
TS.triHPacyl.COelim.tpmtmttppu 1.370e+45 9.15  9.15  2.935e+38 0.000117  20933 
TS.triHPacyl.COelim.mttmmpmppu 5.184e+44 8.58  8.58  2.925e+38 0.000116  20934 
TS.triHPacyl.COelim.ttmpmmpppu 2.570e+44 8.16  8.16  2.921e+38 0.000116  20935 
TS.triHPacyl.COelim.ptptmptpmu 8.098e+44 8.84  8.84  2.920e+38 0.000116  20936 
TS.triHPacyl.COelim.ttmtmttpmu 1.592e+44 7.88  7.88  2.902e+38 0.000115  20937 
TS.triHPacyl.COelim.tpmmmmppmu 1.927e+44 7.99  7.99  2.901e+38 0.000115  20938 
TS.triHPacyl.COelim.mmmppptpmu 5.053e+43 7.19  7.19  2.899e+38 0.000115  20939 
TS.triHPacyl.COelim.tttpmmmmpu 7.952e+44 8.84  8.84  2.896e+38 0.000115  20940 
TS.triHPacyl.COelim.tpmtpppmpu 6.121e+44 8.68  8.68  2.895e+38 0.000115  20941 
TS.triHPacyl.COelim.mptpmtppmu 2.565e+44 8.17  8.17  2.871e+38 0.000114  20942 
TS.triHPacyl.COelim.pmtpmtmpmu 1.452e+44 7.83  7.83  2.857e+38 0.000114  20943 
TS.triHPacyl.COelim.mpttptpppu 3.184e+44 8.30  8.30  2.856e+38 0.000114  20944 
TS.triHPacyl.COelim.ppmtpttmmu 3.636e+44 8.39  8.39  2.833e+38 0.000113  20945 
TS.triHPacyl.COelim.mtmpmmmmmu 2.218e+44 8.09  8.09  2.832e+38 0.000113  20946 
TS.triHPacyl.COelim.tpmtpmmppu 2.414e+44 8.14  8.14  2.820e+38 0.000112  20947 
TS.triHPacyl.COelim.tttmptmmpu 8.265e+44 8.88  8.88  2.804e+38 0.000111  20948 
TS.triHPacyl.COelim.pptmmtmmpu 8.174e+44 8.87  8.87  2.804e+38 0.000111  20949 
TS.triHPacyl.COelim.pptpmtmppu 2.598e+44 8.19  8.19  2.790e+38 0.000111  20950 
TS.triHPacyl.COelim.tmptmttppu 2.153e+45 9.46  9.46  2.769e+38 0.00011   20951 
TS.triHPacyl.COelim.tmmtmmtpmu 9.295e+44 8.96  8.96  2.766e+38 0.00011   20952 
TS.triHPacyl.COelim.tpptmtmmmu 5.125e+44 8.60  8.60  2.766e+38 0.00011   20953 
TS.triHPacyl.COelim.mmtmmpmmmu 4.553e+45 9.91  9.91  2.749e+38 0.000109  20954 
TS.triHPacyl.COelim.tmptmtpppu 1.212e+45 9.12  9.12  2.740e+38 0.000109  20955 
TS.triHPacyl.COelim.pppmmmtpmu 1.347e+45 9.19  9.19  2.728e+38 0.000108  20956 
TS.triHPacyl.COelim.ptmtpmtpmu 1.864e+44 8.01  8.01  2.718e+38 0.000108  20957 
TS.triHPacyl.COelim.mmmtmmpmmu 1.214e+44 7.76  7.76  2.705e+38 0.000108  20958 
TS.triHPacyl.COelim.tmppmmmppu 4.449e+45 9.92  9.92  2.657e+38 0.000106  20959 
TS.triHPacyl.COelim.ptmppppppu 1.326e+44 7.82  7.82  2.653e+38 0.000105  20960 
TS.triHPacyl.COelim.mtpmmpmppu 1.087e+44 7.70  7.70  2.652e+38 0.000105  20961 
TS.triHPacyl.COelim.tmptmmtmpu 2.745e+45 9.63  9.63  2.647e+38 0.000105  20962 
TS.triHPacyl.COelim.ppppptmpmu 4.310e+43 7.16  7.16  2.642e+38 0.000105  20963 
TS.triHPacyl.COelim.mmptptmppu 1.737e+44 7.99  7.99  2.642e+38 0.000105  20964 
TS.triHPacyl.COelim.mtmmpptppu 3.851e+44 8.46  8.46  2.635e+38 0.000105  20965 
TS.triHPacyl.COelim.tmmpmmmmmu 2.290e+44 8.15  8.15  2.626e+38 0.000104  20966 
TS.triHPacyl.COelim.ptttmmtpmu 2.935e+45 9.68  9.68  2.625e+38 0.000104  20967 
TS.triHPacyl.COelim.mtpmpmmppu 1.597e+44 7.94  7.94  2.620e+38 0.000104  20968 
TS.triHPacyl.COelim.tpttmpmmpu 2.338e+45 9.54  9.54  2.616e+38 0.000104  20969 
TS.triHPacyl.COelim.ttttmmmmpu 1.098e+45 9.09  9.09  2.611e+38 0.000104  20970 
TS.triHPacyl.COelim.tpmpmttppu 5.171e+44 8.64  8.64  2.608e+38 0.000104  20971 
TS.triHPacyl.COelim.ppmtmtppmu 1.953e+44 8.07  8.07  2.575e+38 0.000102  20972 
TS.triHPacyl.COelim.pmptmmpppu 6.516e+44 8.80  8.80  2.527e+38 0.0001    20973 
TS.triHPacyl.COelim.ppptmppmmu 2.774e+44 8.29  8.29  2.527e+38 0.0001    20974 
TS.triHPacyl.COelim.tpmpmttmpu 4.132e+44 8.53  8.53  2.515e+38 0.0001    20975 
TS.triHPacyl.COelim.mtmtmmmppu 1.072e+45 9.10  9.10  2.508e+38 9.97e-05  20976 
TS.triHPacyl.COelim.ttmtptpmpu 6.940e+45 10.22 10.22 2.503e+38 9.95e-05  20977 
TS.triHPacyl.COelim.mpppmttmpu 4.781e+45 10.00 10.00 2.500e+38 9.94e-05  20978 
TS.triHPacyl.COelim.tmmtmmmpmu 1.644e+45 9.36  9.36  2.492e+38 9.91e-05  20979 
TS.triHPacyl.COelim.mtttpmpmmu 4.799e+44 8.63  8.63  2.487e+38 9.89e-05  20980 
TS.triHPacyl.COelim.pmmpmmppmu 6.686e+43 7.46  7.46  2.472e+38 9.83e-05  20981 
TS.triHPacyl.COelim.pmttmmtmmu 1.086e+45 9.12  9.12  2.454e+38 9.76e-05  20982 
TS.triHPacyl.COelim.mtpmpppppu 1.631e+44 8.00  8.00  2.441e+38 9.71e-05  20983 
TS.triHPacyl.COelim.mpmtpmmppu 4.806e+44 8.64  8.64  2.441e+38 9.71e-05  20984 
TS.triHPacyl.COelim.ttmmpmtpmu 6.480e+44 8.82  8.82  2.419e+38 9.62e-05  20985 
TS.triHPacyl.COelim.mttmmmpmpu 2.493e+44 8.26  8.26  2.404e+38 9.56e-05  20986 
TS.triHPacyl.COelim.mmttmtppmu 1.352e+45 9.27  9.27  2.399e+38 9.54e-05  20987 
TS.triHPacyl.COelim.mtttpmtmmu 7.078e+44 8.88  8.88  2.398e+38 9.53e-05  20988 
TS.triHPacyl.COelim.pmppmpmmmu 1.034e+44 7.74  7.74  2.395e+38 9.52e-05  20989 
TS.triHPacyl.COelim.mpttpppmmu 1.646e+44 8.02  8.02  2.374e+38 9.44e-05  20990 
TS.triHPacyl.COelim.tpttmmmmmu 8.789e+44 9.02  9.02  2.372e+38 9.43e-05  20991 
TS.triHPacyl.COelim.tmmpmmtmpu 9.034e+43 7.66  7.66  2.370e+38 9.42e-05  20992 
TS.triHPacyl.COelim.pmmtpptmmu 5.925e+43 7.41  7.41  2.365e+38 9.4e-05   20993 
TS.triHPacyl.COelim.ppttmpmpmu 2.749e+44 8.33  8.33  2.364e+38 9.4e-05   20994 
TS.triHPacyl.COelim.pmtmmtmmmu 3.054e+44 8.39  8.39  2.362e+38 9.39e-05  20995 
TS.triHPacyl.COelim.mtpmmppmmu 1.111e+44 7.79  7.79  2.357e+38 9.37e-05  20996 
TS.triHPacyl.COelim.pmmtmtmmpu 5.243e+44 8.72  8.72  2.348e+38 9.33e-05  20997 
TS.triHPacyl.COelim.mmppppmmmu 2.618e+44 8.30  8.30  2.347e+38 9.33e-05  20998 
TS.triHPacyl.COelim.ttpmmppmmu 1.466e+44 7.96  7.96  2.339e+38 9.3e-05   20999 
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TS.triHPacyl.COelim.mmttmptmmu 7.385e+44 8.92  8.92  2.337e+38 9.29e-05  21000 
TS.triHPacyl.COelim.tmpmpppppu 2.337e+44 8.24  8.24  2.314e+38 9.2e-05   21001 
TS.triHPacyl.COelim.ptmmmtpmmu 1.941e+44 8.13  8.13  2.309e+38 9.18e-05  21002 
TS.triHPacyl.COelim.mmtmptpmpu 4.340e+44 8.61  8.61  2.305e+38 9.16e-05  21003 
TS.triHPacyl.COelim.mmtpmpmpmu 3.492e+44 8.48  8.48  2.304e+38 9.16e-05  21004 
TS.triHPacyl.COelim.ttptmttpmu 4.976e+44 8.70  8.70  2.300e+38 9.15e-05  21005 
TS.triHPacyl.COelim.ttmmmtmmmu 2.052e+44 8.18  8.18  2.273e+38 9.04e-05  21006 
TS.triHPacyl.COelim.tmmtmtmmmu 7.394e+44 8.94  8.94  2.267e+38 9.02e-05  21007 
TS.triHPacyl.COelim.tmptptpmpu 1.994e+45 9.53  9.53  2.264e+38 9e-05     21008 
TS.triHPacyl.COelim.ttptmppppu 4.084e+45 9.96  9.96  2.249e+38 8.94e-05  21009 
TS.triHPacyl.COelim.mtpmppmmpu 1.175e+44 7.85  7.85  2.228e+38 8.86e-05  21010 
TS.triHPacyl.COelim.tpptpttmmu 1.379e+46 10.70 10.70 2.219e+38 8.82e-05  21011 
TS.triHPacyl.COelim.tpmtmmtppu 1.399e+45 9.34  9.34  2.214e+38 8.8e-05   21012 
TS.triHPacyl.COelim.mpptpmmpmu 1.846e+44 8.13  8.13  2.198e+38 8.74e-05  21013 
TS.triHPacyl.COelim.mtptmpmpmu 3.458e+44 8.51  8.51  2.191e+38 8.71e-05  21014 
TS.triHPacyl.COelim.mpmmmmppmu 3.051e+44 8.43  8.43  2.188e+38 8.7e-05   21015 
TS.triHPacyl.COelim.ttptmtppmu 1.425e+45 9.35  9.35  2.188e+38 8.7e-05   21016 
TS.triHPacyl.COelim.tpmpmmtmpu 4.462e+44 8.66  8.66  2.184e+38 8.68e-05  21017 
TS.triHPacyl.COelim.ptmmmptpmu 1.015e+45 9.15  9.15  2.182e+38 8.68e-05  21018 
TS.triHPacyl.COelim.mpptptpmpu 7.626e+44 8.98  8.98  2.174e+38 8.64e-05  21019 
TS.triHPacyl.COelim.ttmtppmppu 3.147e+45 9.83  9.83  2.169e+38 8.62e-05  21020 
TS.triHPacyl.COelim.tmptmmmpmu 3.553e+44 8.53  8.53  2.168e+38 8.62e-05  21021 
TS.triHPacyl.COelim.ppmtmmppmu 1.796e+44 8.13  8.13  2.147e+38 8.54e-05  21022 
TS.triHPacyl.COelim.ttptmmtmpu 3.046e+44 8.45  8.45  2.146e+38 8.53e-05  21023 
TS.triHPacyl.COelim.mpmtpmtppu 8.867e+44 9.08  9.08  2.145e+38 8.53e-05  21024 
TS.triHPacyl.COelim.tpmmpmmpmu 1.642e+44 8.08  8.08  2.135e+38 8.49e-05  21025 
TS.triHPacyl.COelim.mptpmttpmu 1.534e+45 9.41  9.41  2.134e+38 8.49e-05  21026 
TS.triHPacyl.COelim.tmpmptmmpu 3.197e+44 8.48  8.48  2.123e+38 8.44e-05  21027 
TS.triHPacyl.COelim.ttpmpmtppu 9.282e+44 9.12  9.12  2.117e+38 8.42e-05  21028 
TS.triHPacyl.COelim.mpttptpmpu 1.000e+45 9.16  9.16  2.114e+38 8.41e-05  21029 
TS.triHPacyl.COelim.ppttpptppu 1.012e+45 9.18  9.18  2.092e+38 8.32e-05  21030 
TS.triHPacyl.COelim.tmmtmmmppu 1.114e+45 9.24  9.24  2.078e+38 8.26e-05  21031 
TS.triHPacyl.COelim.pmmtpptmpu 6.565e+44 8.92  8.92  2.072e+38 8.24e-05  21032 
TS.triHPacyl.COelim.ttttptmpmu 2.803e+45 9.80  9.80  2.039e+38 8.11e-05  21033 
TS.triHPacyl.COelim.mmtmmppmmu 1.474e+45 9.42  9.42  2.037e+38 8.1e-05   21034 
TS.triHPacyl.COelim.tmmtmtmmpu 6.205e+44 8.90  8.90  2.022e+38 8.04e-05  21035 
TS.triHPacyl.COelim.ttpmpttpmu 7.725e+44 9.04  9.04  2.017e+38 8.02e-05  21036 
TS.triHPacyl.COelim.tpmtmmppmu 2.765e+44 8.43  8.43  2.014e+38 8.01e-05  21037 
TS.triHPacyl.COelim.ppttmttmmu 5.201e+44 8.80  8.80  2.009e+38 7.99e-05  21038 
TS.triHPacyl.COelim.mtttppmmmu 1.207e+45 9.31  9.31  2.000e+38 7.95e-05  21039 
TS.triHPacyl.COelim.tpmtmtppmu 2.148e+44 8.28  8.28  1.998e+38 7.94e-05  21040 
TS.triHPacyl.COelim.mmptmmtmpu 6.292e+44 8.92  8.92  1.996e+38 7.94e-05  21041 
TS.triHPacyl.COelim.tmmpmtmppu 4.986e+43 7.41  7.41  1.978e+38 7.86e-05  21042 
TS.triHPacyl.COelim.mmtmmppmpu 5.184e+44 8.81  8.81  1.978e+38 7.86e-05  21043 
TS.triHPacyl.COelim.ttpmmttpmu 3.426e+44 8.56  8.56  1.976e+38 7.86e-05  21044 
TS.triHPacyl.COelim.pmmppttmpu 8.201e+43 7.71  7.71  1.975e+38 7.85e-05  21045 
TS.triHPacyl.COelim.tmptmttmmu 2.590e+45 9.77  9.77  1.969e+38 7.83e-05  21046 
TS.triHPacyl.COelim.mmmpmmtmmu 3.259e+44 8.54  8.54  1.959e+38 7.79e-05  21047 
TS.triHPacyl.COelim.tmpmpttmpu 4.096e+44 8.68  8.68  1.952e+38 7.76e-05  21048 
TS.triHPacyl.COelim.tmmppttppu 6.127e+44 8.92  8.92  1.950e+38 7.75e-05  21049 
TS.triHPacyl.COelim.mptmpmmmpu 8.719e+44 9.13  9.13  1.947e+38 7.74e-05  21050 
TS.triHPacyl.COelim.mttppmtpmu 4.854e+44 8.78  8.78  1.942e+38 7.72e-05  21051 
TS.triHPacyl.COelim.tpttptmmpu 1.238e+45 9.34  9.34  1.936e+38 7.7e-05   21052 
TS.triHPacyl.COelim.tptmmmmmpu 2.346e+44 8.35  8.35  1.930e+38 7.67e-05  21053 
TS.triHPacyl.COelim.mtmtpptmmu 7.964e+44 9.08  9.08  1.920e+38 7.63e-05  21054 
TS.triHPacyl.COelim.pptppppmpu 9.831e+43 7.84  7.84  1.917e+38 7.62e-05  21055 
TS.triHPacyl.COelim.tpptpmmpmu 4.470e+44 8.74  8.74  1.905e+38 7.58e-05  21056 
TS.triHPacyl.COelim.mpmmpmpppu 7.248e+43 7.66  7.66  1.901e+38 7.56e-05  21057 
TS.triHPacyl.COelim.tppmpmtpmu 2.620e+44 8.43  8.43  1.901e+38 7.56e-05  21058 
TS.triHPacyl.COelim.mttmmpmpmu 1.232e+45 9.36  9.36  1.878e+38 7.47e-05  21059 
TS.triHPacyl.COelim.tpttpmmpmu 3.500e+45 9.98  9.98  1.869e+38 7.43e-05  21060 
TS.triHPacyl.COelim.ppmpppmppu 1.875e+44 8.24  8.24  1.863e+38 7.41e-05  21061 
TS.triHPacyl.COelim.ptmppptmpu 3.658e+43 7.27  7.27  1.863e+38 7.41e-05  21062 
TS.triHPacyl.COelim.tpmppmppmu 1.500e+44 8.11  8.11  1.855e+38 7.38e-05  21063 
TS.triHPacyl.COelim.pmptmmtmpu 7.627e+44 9.08  9.08  1.854e+38 7.37e-05  21064 
TS.triHPacyl.COelim.mmtpmptpmu 6.606e+44 8.99  8.99  1.851e+38 7.36e-05  21065 
TS.triHPacyl.COelim.ttmppmtmpu 5.923e+44 8.93  8.93  1.846e+38 7.34e-05  21066 
TS.triHPacyl.COelim.ppmmmmmmmu 9.590e+43 7.85  7.85  1.830e+38 7.28e-05  21067 
TS.triHPacyl.COelim.ppmmmmppmu 1.283e+44 8.03  8.03  1.808e+38 7.19e-05  21068 
TS.triHPacyl.COelim.ppmmmtppmu 1.208e+44 8.00  8.00  1.799e+38 7.15e-05  21069 
TS.triHPacyl.COelim.pmptpmpmpu 5.962e+43 7.58  7.58  1.798e+38 7.15e-05  21070 
TS.triHPacyl.COelim.mpmmmtmmpu 1.904e+44 8.27  8.27  1.788e+38 7.11e-05  21071 
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TS.triHPacyl.COelim.tmtpmmtppu 6.564e+44 9.01  9.01  1.783e+38 7.09e-05  21072 
TS.triHPacyl.COelim.tmtpmttppu 4.858e+44 8.83  8.83  1.783e+38 7.09e-05  21073 
TS.triHPacyl.COelim.mttmmmpmmu 6.258e+44 8.99  8.99  1.782e+38 7.09e-05  21074 
TS.triHPacyl.COelim.tmtpmtmppu 2.538e+44 8.45  8.45  1.779e+38 7.07e-05  21075 
TS.triHPacyl.COelim.mmttmppppu 5.247e+44 8.88  8.88  1.773e+38 7.05e-05  21076 
TS.triHPacyl.COelim.mmtmmptppu 4.185e+44 8.75  8.75  1.763e+38 7.01e-05  21077 
TS.triHPacyl.COelim.tmpppmtpmu 9.234e+44 9.23  9.23  1.749e+38 6.95e-05  21078 
TS.triHPacyl.COelim.ttmtppmpmu 9.875e+45 10.64 10.64 1.748e+38 6.95e-05  21079 
TS.triHPacyl.COelim.mmmtmttmmu 1.071e+45 9.32  9.32  1.748e+38 6.95e-05  21080 
TS.triHPacyl.COelim.ptmpmtpmmu 1.415e+44 8.11  8.11  1.746e+38 6.94e-05  21081 
TS.triHPacyl.COelim.pptpmtmmmu 1.723e+44 8.23  8.23  1.746e+38 6.94e-05  21082 
TS.triHPacyl.COelim.ptttpptppu 2.295e+45 9.77  9.77  1.738e+38 6.91e-05  21083 
TS.triHPacyl.COelim.pmmtptmmpu 3.892e+44 8.72  8.72  1.737e+38 6.91e-05  21084 
TS.triHPacyl.COelim.tpptmmmmmu 5.047e+44 8.87  8.87  1.735e+38 6.9e-05   21085 
TS.triHPacyl.COelim.tmpmptmppu 4.198e+44 8.76  8.76  1.734e+38 6.9e-05   21086 
TS.triHPacyl.COelim.ptmmpppmmu 2.249e+44 8.39  8.39  1.734e+38 6.89e-05  21087 
TS.triHPacyl.COelim.tpptpmtpmu 6.114e+45 10.36 10.36 1.732e+38 6.89e-05  21088 
TS.triHPacyl.COelim.tmttmmtpmu 1.764e+45 9.62  9.62  1.727e+38 6.87e-05  21089 
TS.triHPacyl.COelim.pmppmtpmmu 6.375e+43 7.64  7.64  1.724e+38 6.86e-05  21090 
TS.triHPacyl.COelim.mtttpppmmu 6.165e+44 9.00  9.00  1.723e+38 6.85e-05  21091 
TS.triHPacyl.COelim.pmttptmppu 1.694e+44 8.23  8.23  1.716e+38 6.82e-05  21092 
TS.triHPacyl.COelim.mttmmppmmu 8.614e+44 9.20  9.20  1.713e+38 6.81e-05  21093 
TS.triHPacyl.COelim.mttmpmtppu 5.678e+44 8.96  8.96  1.701e+38 6.76e-05  21094 
TS.triHPacyl.COelim.ptmtmptppu 1.053e+45 9.32  9.32  1.698e+38 6.75e-05  21095 
TS.triHPacyl.COelim.ttmtpmtppu 1.384e+45 9.49  9.49  1.694e+38 6.74e-05  21096 
TS.triHPacyl.COelim.mtmpmtpmpu 5.593e+43 7.58  7.58  1.691e+38 6.73e-05  21097 
TS.triHPacyl.COelim.mptppppmpu 9.023e+43 7.86  7.86  1.689e+38 6.71e-05  21098 
TS.triHPacyl.COelim.tmmtpmmpmu 8.747e+43 7.85  7.85  1.683e+38 6.69e-05  21099 
TS.triHPacyl.COelim.mtptmmmpmu 3.311e+44 8.64  8.64  1.679e+38 6.67e-05  21100 
TS.triHPacyl.COelim.mptpmttmpu 1.493e+45 9.54  9.54  1.671e+38 6.65e-05  21101 
TS.triHPacyl.COelim.mptmpmmmmu 5.740e+44 8.97  8.97  1.668e+38 6.63e-05  21102 
TS.triHPacyl.COelim.ptmtmmtpmu 2.551e+45 9.86  9.86  1.662e+38 6.61e-05  21103 
TS.triHPacyl.COelim.tptpmmmppu 4.028e+44 8.76  8.76  1.660e+38 6.6e-05   21104 
TS.triHPacyl.COelim.mpttmttppu 1.578e+45 9.58  9.58  1.658e+38 6.59e-05  21105 
TS.triHPacyl.COelim.mttmmmmpmu 1.005e+45 9.31  9.31  1.651e+38 6.57e-05  21106 
TS.triHPacyl.COelim.tpmpmmtppu 4.635e+44 8.85  8.85  1.646e+38 6.55e-05  21107 
TS.triHPacyl.COelim.tmptpttmpu 2.734e+45 9.92  9.92  1.633e+38 6.49e-05  21108 
TS.triHPacyl.COelim.pptmmmmmmu 7.392e+44 9.14  9.14  1.632e+38 6.49e-05  21109 
TS.triHPacyl.COelim.pmmtptpmmu 1.097e+44 8.00  8.00  1.628e+38 6.47e-05  21110 
TS.triHPacyl.COelim.pmmtpmpmmu 5.423e+43 7.59  7.59  1.616e+38 6.43e-05  21111 
TS.triHPacyl.COelim.ttptmmppmu 1.904e+45 9.72  9.72  1.591e+38 6.33e-05  21112 
TS.triHPacyl.COelim.pmpmmptppu 1.773e+44 8.31  8.31  1.580e+38 6.28e-05  21113 
TS.triHPacyl.COelim.mptmmttmmu 9.758e+44 9.32  9.32  1.576e+38 6.27e-05  21114 
TS.triHPacyl.COelim.pptmmpmmpu 1.082e+45 9.39  9.39  1.570e+38 6.24e-05  21115 
TS.triHPacyl.COelim.ptpmmttppu 1.273e+44 8.12  8.12  1.561e+38 6.21e-05  21116 
TS.triHPacyl.COelim.ppttppmpmu 3.061e+44 8.64  8.64  1.560e+38 6.2e-05   21117 
TS.triHPacyl.COelim.tmtppmtppu 8.987e+44 9.28  9.28  1.555e+38 6.18e-05  21118 
TS.triHPacyl.COelim.pmptmpmmpu 1.032e+45 9.37  9.37  1.552e+38 6.17e-05  21119 
TS.triHPacyl.COelim.tppmppmpmu 1.478e+44 8.21  8.21  1.533e+38 6.1e-05   21120 
TS.triHPacyl.COelim.tppmpttpmu 1.309e+44 8.14  8.14  1.530e+38 6.08e-05  21121 
TS.triHPacyl.COelim.mttmmtpmpu 2.573e+44 8.55  8.55  1.508e+38 6e-05     21122 
TS.triHPacyl.COelim.ttptppmpmu 7.605e+44 9.20  9.20  1.498e+38 5.96e-05  21123 
TS.triHPacyl.COelim.ptmpmpmmmu 2.018e+44 8.42  8.42  1.492e+38 5.93e-05  21124 
TS.triHPacyl.COelim.mpppptmmpu 3.230e+44 8.70  8.70  1.479e+38 5.88e-05  21125 
TS.triHPacyl.COelim.ttttppmpmu 3.589e+45 10.14 10.14 1.477e+38 5.87e-05  21126 
TS.triHPacyl.COelim.mpttpmtmpu 1.087e+45 9.43  9.43  1.476e+38 5.87e-05  21127 
TS.triHPacyl.COelim.mtttppmmpu 1.038e+45 9.40  9.40  1.463e+38 5.82e-05  21128 
TS.triHPacyl.COelim.mttmmtpmmu 6.090e+44 9.09  9.09  1.460e+38 5.8e-05   21129 
TS.triHPacyl.COelim.mtttpmpmpu 6.587e+44 9.14  9.14  1.441e+38 5.73e-05  21130 
TS.triHPacyl.COelim.mtmtpmmmpu 8.135e+44 9.27  9.27  1.440e+38 5.73e-05  21131 
TS.triHPacyl.COelim.mmptppmmpu 1.062e+45 9.43  9.43  1.428e+38 5.68e-05  21132 
TS.triHPacyl.COelim.mtmmpppppu 1.308e+44 8.19  8.19  1.425e+38 5.66e-05  21133 
TS.triHPacyl.COelim.pmptptmppu 3.615e+43 7.42  7.42  1.423e+38 5.66e-05  21134 
TS.triHPacyl.COelim.tmmtmmmmpu 9.250e+44 9.36  9.36  1.416e+38 5.63e-05  21135 
TS.triHPacyl.COelim.mmptppmppu 8.924e+43 7.96  7.96  1.412e+38 5.62e-05  21136 
TS.triHPacyl.COelim.mpmmmtppmu 1.383e+44 8.23  8.23  1.405e+38 5.59e-05  21137 
TS.triHPacyl.COelim.pmptmpmpmu 1.076e+44 8.08  8.08  1.398e+38 5.56e-05  21138 
TS.triHPacyl.COelim.mttmmppmpu 2.273e+44 8.53  8.53  1.397e+38 5.55e-05  21139 
TS.triHPacyl.COelim.ttptptmmpu 2.430e+44 8.57  8.57  1.381e+38 5.49e-05  21140 
TS.triHPacyl.COelim.tmttmmtppu 3.034e+45 10.09 10.09 1.364e+38 5.42e-05  21141 
TS.triHPacyl.COelim.tpttmmtppu 3.023e+45 10.09 10.09 1.357e+38 5.4e-05   21142 
TS.triHPacyl.COelim.mpmmpmtpmu 2.698e+44 8.65  8.65  1.353e+38 5.38e-05  21143 
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TS.triHPacyl.COelim.mtptpmppmu 7.377e+44 9.25  9.25  1.345e+38 5.35e-05  21144 
TS.triHPacyl.COelim.mptmmtmppu 2.157e+44 8.52  8.52  1.343e+38 5.34e-05  21145 
TS.triHPacyl.COelim.tpptmmmmpu 4.850e+44 9.00  9.00  1.342e+38 5.34e-05  21146 
TS.triHPacyl.COelim.ppptmtppmu 5.699e+44 9.10  9.10  1.338e+38 5.32e-05  21147 
TS.triHPacyl.COelim.mmpmmtpmpu 4.344e+44 8.94  8.94  1.337e+38 5.32e-05  21148 
TS.triHPacyl.COelim.tmtmpptpmu 4.052e+45 10.28 10.28 1.319e+38 5.24e-05  21149 
TS.triHPacyl.COelim.mmtmmmtpmu 7.369e+45 10.64 10.64 1.302e+38 5.18e-05  21150 
TS.triHPacyl.COelim.mmmpmtpmmu 2.867e+44 8.71  8.71  1.301e+38 5.17e-05  21151 
TS.triHPacyl.COelim.mmtmpptppu 3.525e+44 8.83  8.83  1.299e+38 5.17e-05  21152 
TS.triHPacyl.COelim.tmpmmmpmmu 1.299e+44 8.24  8.24  1.293e+38 5.14e-05  21153 
TS.triHPacyl.COelim.mptmptmmpu 4.804e+44 9.02  9.02  1.291e+38 5.13e-05  21154 
TS.triHPacyl.COelim.pmptptpmpu 6.542e+43 7.83  7.83  1.290e+38 5.13e-05  21155 
TS.triHPacyl.COelim.mmptppmmmu 9.906e+44 9.45  9.45  1.284e+38 5.1e-05   21156 
TS.triHPacyl.COelim.ttmtpmmmmu 3.407e+44 8.82  8.82  1.282e+38 5.1e-05   21157 
TS.triHPacyl.COelim.mpptpmmppu 1.892e+44 8.47  8.47  1.280e+38 5.09e-05  21158 
TS.triHPacyl.COelim.mppppmmmpu 3.442e+44 8.83  8.83  1.276e+38 5.07e-05  21159 
TS.triHPacyl.COelim.tppmmtmmmu 6.989e+44 9.25  9.25  1.266e+38 5.03e-05  21160 
TS.triHPacyl.COelim.tpmmmttpmu 1.038e+45 9.49  9.49  1.263e+38 5.02e-05  21161 
TS.triHPacyl.COelim.mptmptmmmu 4.125e+44 8.94  8.94  1.261e+38 5.01e-05  21162 
TS.triHPacyl.COelim.ppttppppmu 2.474e+44 8.64  8.64  1.257e+38 5e-05     21163 
TS.triHPacyl.COelim.tpptpmtmmu 8.669e+45 10.76 10.76 1.253e+38 4.98e-05  21164 
TS.triHPacyl.COelim.ttpmmmmmpu 2.703e+44 8.70  8.70  1.247e+38 4.96e-05  21165 
TS.triHPacyl.COelim.tmttmttppu 2.001e+45 9.89  9.89  1.246e+38 4.95e-05  21166 
TS.triHPacyl.COelim.ttmpmmmmpu 1.323e+44 8.27  8.27  1.246e+38 4.95e-05  21167 
TS.triHPacyl.COelim.ttmppttmpu 7.700e+44 9.33  9.33  1.235e+38 4.91e-05  21168 
TS.triHPacyl.COelim.tpttptmpmu 1.282e+45 9.63  9.63  1.235e+38 4.91e-05  21169 
TS.triHPacyl.COelim.tmmtmmmmmu 9.072e+44 9.43  9.43  1.226e+38 4.87e-05  21170 
TS.triHPacyl.COelim.ttttptmppu 3.239e+45 10.19 10.19 1.212e+38 4.82e-05  21171 
TS.triHPacyl.COelim.ptmppmtpmu 2.372e+44 8.64  8.64  1.211e+38 4.82e-05  21172 
TS.triHPacyl.COelim.mpttmmpmmu 3.022e+45 10.16 10.16 1.198e+38 4.77e-05  21173 
TS.triHPacyl.COelim.tmpppmtmmu 5.578e+44 9.16  9.16  1.186e+38 4.71e-05  21174 
TS.triHPacyl.COelim.ppmpmmpppu 4.840e+43 7.71  7.71  1.179e+38 4.69e-05  21175 
TS.triHPacyl.COelim.pmmppmpppu 4.430e+43 7.66  7.66  1.174e+38 4.67e-05  21176 
TS.triHPacyl.COelim.pmptmmtppu 6.804e+44 9.28  9.28  1.172e+38 4.66e-05  21177 
TS.triHPacyl.COelim.mpmtpttmpu 9.243e+44 9.47  9.47  1.170e+38 4.65e-05  21178 
TS.triHPacyl.COelim.pmptmptmpu 5.442e+44 9.16  9.16  1.164e+38 4.63e-05  21179 
TS.triHPacyl.COelim.mtpppttmmu 3.612e+44 8.91  8.91  1.163e+38 4.63e-05  21180 
TS.triHPacyl.COelim.tmmpmpppmu 3.128e+43 7.46  7.46  1.160e+38 4.61e-05  21181 
TS.triHPacyl.COelim.tmptmptppu 1.960e+45 9.92  9.92  1.155e+38 4.59e-05  21182 
TS.triHPacyl.COelim.pptmmptpmu 6.833e+44 9.30  9.30  1.151e+38 4.57e-05  21183 
TS.triHPacyl.COelim.mtmmmpmpmu 3.530e+44 8.91  8.91  1.143e+38 4.55e-05  21184 
TS.triHPacyl.COelim.tpmppmtmpu 2.413e+44 8.68  8.68  1.143e+38 4.54e-05  21185 
TS.triHPacyl.COelim.pmmpptpmmu 3.311e+43 7.50  7.50  1.141e+38 4.54e-05  21186 
TS.triHPacyl.COelim.pmptmtpmpu 2.985e+44 8.81  8.81  1.139e+38 4.53e-05  21187 
TS.triHPacyl.COelim.pmmtptmpmu 4.924e+43 7.74  7.74  1.139e+38 4.53e-05  21188 
TS.triHPacyl.COelim.ttpmmmtpmu 5.004e+44 9.12  9.12  1.133e+38 4.51e-05  21189 
TS.triHPacyl.COelim.mtpppmtppu 4.113e+44 9.01  9.01  1.131e+38 4.5e-05   21190 
TS.triHPacyl.COelim.ppmpmtpppu 5.107e+43 7.76  7.76  1.128e+38 4.49e-05  21191 
TS.triHPacyl.COelim.tmttppppmu 4.062e+44 9.00  9.00  1.121e+38 4.46e-05  21192 
TS.triHPacyl.COelim.mpttpttmpu 1.660e+45 9.85  9.85  1.103e+38 4.38e-05  21193 
TS.triHPacyl.COelim.mmttmppmpu 1.126e+45 9.63  9.63  1.096e+38 4.36e-05  21194 
TS.triHPacyl.COelim.ttppmmmmpu 1.910e+44 8.57  8.57  1.093e+38 4.35e-05  21195 
TS.triHPacyl.COelim.mmptmmtppu 5.778e+44 9.23  9.23  1.090e+38 4.33e-05  21196 
TS.triHPacyl.COelim.ppptmppmpu 2.284e+44 8.68  8.68  1.080e+38 4.29e-05  21197 
TS.triHPacyl.COelim.tpmppmtppu 1.883e+44 8.57  8.57  1.079e+38 4.29e-05  21198 
TS.triHPacyl.COelim.pmptmtmpmu 1.128e+44 8.27  8.27  1.073e+38 4.27e-05  21199 
TS.triHPacyl.COelim.mtmtpmmpmu 7.413e+44 9.39  9.39  1.070e+38 4.26e-05  21200 
TS.triHPacyl.COelim.pmptppmppu 4.152e+43 7.67  7.67  1.069e+38 4.25e-05  21201 
TS.triHPacyl.COelim.tptpmtmppu 5.608e+44 9.23  9.23  1.060e+38 4.22e-05  21202 
TS.triHPacyl.COelim.tmpmmtpmmu 6.319e+43 7.94  7.94  1.045e+38 4.15e-05  21203 
TS.triHPacyl.COelim.ttmppmtppu 3.714e+44 8.99  8.99  1.043e+38 4.15e-05  21204 
TS.triHPacyl.COelim.mpptpppmpu 3.616e+43 7.61  7.61  1.043e+38 4.15e-05  21205 
TS.triHPacyl.COelim.tmptmtmpmu 4.375e+44 9.10  9.10  1.026e+38 4.08e-05  21206 
TS.triHPacyl.COelim.mptmmtpppu 3.008e+44 8.88  8.88  1.024e+38 4.07e-05  21207 
TS.triHPacyl.COelim.mpmmmppppu 6.462e+43 7.96  7.96  1.020e+38 4.06e-05  21208 
TS.triHPacyl.COelim.mtttmmmpmu 1.462e+45 9.83  9.83  1.011e+38 4.02e-05  21209 
TS.triHPacyl.COelim.tmptmttpmu 1.654e+45 9.90  9.90  1.008e+38 4.01e-05  21210 
TS.triHPacyl.COelim.ttttmmtpmu 1.361e+45 9.79  9.79  1.005e+38 4e-05     21211 
TS.triHPacyl.COelim.tmptmppppu 1.118e+45 9.67  9.67  1.002e+38 3.99e-05  21212 
TS.triHPacyl.COelim.ptmpmmtmmu 6.056e+44 9.31  9.31  1.002e+38 3.98e-05  21213 
TS.triHPacyl.COelim.mpmtpttppu 5.184e+44 9.22  9.22  9.919e+37 3.94e-05  21214 
TS.triHPacyl.COelim.ttttmtmmpu 2.343e+45 10.12 10.12 9.889e+37 3.93e-05  21215 
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TS.triHPacyl.COelim.ptmppmpmpu 3.574e+44 9.01  9.01  9.829e+37 3.91e-05  21216 
TS.triHPacyl.COelim.mmmtmptmmu 2.025e+44 8.67  8.67  9.818e+37 3.9e-05   21217 
TS.triHPacyl.COelim.ttmpmmtmpu 4.389e+43 7.76  7.76  9.737e+37 3.87e-05  21218 
TS.triHPacyl.COelim.ppptmmpppu 4.209e+44 9.11  9.11  9.650e+37 3.84e-05  21219 
TS.triHPacyl.COelim.ppttppmppu 1.969e+44 8.67  8.67  9.588e+37 3.81e-05  21220 
TS.triHPacyl.COelim.tmptmmppmu 9.324e+44 9.60  9.60  9.516e+37 3.78e-05  21221 
TS.triHPacyl.COelim.mpmmpptpmu 1.545e+44 8.53  8.53  9.484e+37 3.77e-05  21222 
TS.triHPacyl.COelim.mmtmmtmppu 3.076e+44 8.94  8.94  9.417e+37 3.74e-05  21223 
TS.triHPacyl.COelim.ppptpppppu 2.350e+44 8.78  8.78  9.393e+37 3.73e-05  21224 
TS.triHPacyl.COelim.pmttptmmpu 4.302e+44 9.15  9.15  9.362e+37 3.72e-05  21225 
TS.triHPacyl.COelim.pmttptpmmu 6.934e+44 9.43  9.43  9.355e+37 3.72e-05  21226 
TS.triHPacyl.COelim.mmmmmppmpu 3.550e+44 9.03  9.03  9.313e+37 3.7e-05   21227 
TS.triHPacyl.COelim.tmptmptpmu 3.105e+45 10.33 10.33 9.276e+37 3.69e-05  21228 
TS.triHPacyl.COelim.ttttppmppu 4.357e+45 10.53 10.53 9.263e+37 3.68e-05  21229 
TS.triHPacyl.COelim.pttpmmtppu 8.667e+44 9.58  9.58  9.090e+37 3.61e-05  21230 
TS.triHPacyl.COelim.ptmppmmmmu 1.225e+44 8.41  8.41  9.082e+37 3.61e-05  21231 
TS.triHPacyl.COelim.ttmppmpppu 3.818e+44 9.10  9.10  8.952e+37 3.56e-05  21232 
TS.triHPacyl.COelim.tpmmptpmmu 4.248e+44 9.17  9.17  8.935e+37 3.55e-05  21233 
TS.triHPacyl.COelim.tmpmpmmmpu 2.689e+44 8.90  8.90  8.890e+37 3.54e-05  21234 
TS.triHPacyl.COelim.ttpmpttppu 6.079e+44 9.38  9.38  8.872e+37 3.53e-05  21235 
TS.triHPacyl.COelim.mmttpmmmmu 6.181e+45 10.77 10.77 8.817e+37 3.51e-05  21236 
TS.triHPacyl.COelim.mpttpppmpu 1.693e+44 8.63  8.63  8.809e+37 3.5e-05   21237 
TS.triHPacyl.COelim.ppptmmppmu 3.811e+44 9.11  9.11  8.808e+37 3.5e-05   21238 
TS.triHPacyl.COelim.pmmtptmmmu 2.168e+44 8.77  8.77  8.787e+37 3.49e-05  21239 
TS.triHPacyl.COelim.tpmtpmmpmu 5.265e+44 9.30  9.30  8.786e+37 3.49e-05  21240 
TS.triHPacyl.COelim.mtptppppmu 5.770e+44 9.36  9.36  8.776e+37 3.49e-05  21241 
TS.triHPacyl.COelim.tpptpmmppu 6.091e+44 9.39  9.39  8.727e+37 3.47e-05  21242 
TS.triHPacyl.COelim.ptmtmptpmu 2.159e+45 10.15 10.15 8.715e+37 3.47e-05  21243 
TS.triHPacyl.COelim.mtpppttpmu 2.293e+44 8.81  8.81  8.706e+37 3.46e-05  21244 
TS.triHPacyl.COelim.ppptmtpppu 4.461e+44 9.21  9.21  8.692e+37 3.46e-05  21245 
TS.triHPacyl.COelim.mtpmmpmpmu 1.368e+44 8.51  8.51  8.667e+37 3.45e-05  21246 
TS.triHPacyl.COelim.mpttpmmpmu 2.247e+44 8.81  8.81  8.566e+37 3.41e-05  21247 
TS.triHPacyl.COelim.mtmtmpmppu 8.790e+44 9.62  9.62  8.560e+37 3.4e-05   21248 
TS.triHPacyl.COelim.pmmtpptppu 4.637e+44 9.24  9.24  8.557e+37 3.4e-05   21249 
TS.triHPacyl.COelim.mpmmpmppmu 2.097e+44 8.77  8.77  8.535e+37 3.39e-05  21250 
TS.triHPacyl.COelim.pptmptmmpu 3.226e+44 9.03  9.03  8.531e+37 3.39e-05  21251 
TS.triHPacyl.COelim.tpmtmtmmpu 3.559e+44 9.09  9.09  8.513e+37 3.39e-05  21252 
TS.triHPacyl.COelim.mtmmppmmmu 5.437e+44 9.35  9.35  8.420e+37 3.35e-05  21253 
TS.triHPacyl.COelim.tttmpttpmu 2.504e+45 10.26 10.26 8.355e+37 3.32e-05  21254 
TS.triHPacyl.COelim.pptpmmmmmu 1.818e+44 8.70  8.70  8.316e+37 3.31e-05  21255 
TS.triHPacyl.COelim.tmttppmmpu 2.505e+45 10.27 10.27 8.297e+37 3.3e-05   21256 
TS.triHPacyl.COelim.pmmppppppu 7.253e+43 8.16  8.16  8.277e+37 3.29e-05  21257 
TS.triHPacyl.COelim.ttmppmmmpu 2.948e+44 8.99  8.99  8.275e+37 3.29e-05  21258 
TS.triHPacyl.COelim.mmppptppmu 1.411e+44 8.56  8.56  8.253e+37 3.28e-05  21259 
TS.triHPacyl.COelim.ttttptmmmu 2.757e+45 10.33 10.33 8.249e+37 3.28e-05  21260 
TS.triHPacyl.COelim.ttmppmmppu 4.230e+44 9.21  9.21  8.237e+37 3.28e-05  21261 
TS.triHPacyl.COelim.mttppptpmu 3.242e+44 9.05  9.05  8.222e+37 3.27e-05  21262 
TS.triHPacyl.COelim.mtttmmpmmu 7.636e+44 9.57  9.57  8.210e+37 3.26e-05  21263 
TS.triHPacyl.COelim.ttmmpptpmu 1.606e+45 10.01 10.01 8.176e+37 3.25e-05  21264 
TS.triHPacyl.COelim.ttptmttmmu 1.876e+45 10.11 10.11 8.126e+37 3.23e-05  21265 
TS.triHPacyl.COelim.mptmmmmppu 2.387e+44 8.88  8.88  8.107e+37 3.22e-05  21266 
TS.triHPacyl.COelim.mmpmmmtmpu 3.678e+44 9.14  9.14  8.050e+37 3.2e-05   21267 
TS.triHPacyl.COelim.ttttmmtppu 2.313e+45 10.24 10.24 7.994e+37 3.18e-05  21268 
TS.triHPacyl.COelim.pmptmpmmmu 5.384e+44 9.37  9.37  7.977e+37 3.17e-05  21269 
TS.triHPacyl.COelim.ttptpmtppu 1.971e+45 10.15 10.15 7.925e+37 3.15e-05  21270 
TS.triHPacyl.COelim.mtmtpmmmmu 4.291e+44 9.24  9.24  7.916e+37 3.15e-05  21271 
TS.triHPacyl.COelim.mtpmpmmmpu 4.704e+44 9.30  9.30  7.860e+37 3.13e-05  21272 
TS.triHPacyl.COelim.mtttpppmpu 7.375e+44 9.58  9.58  7.789e+37 3.1e-05   21273 
TS.triHPacyl.COelim.pmmtpmtmmu 1.961e+44 8.79  8.79  7.736e+37 3.08e-05  21274 
TS.triHPacyl.COelim.mmtpmpmmmu 9.479e+44 9.73  9.73  7.675e+37 3.05e-05  21275 
TS.triHPacyl.COelim.mtmppmpppu 2.120e+44 8.84  8.84  7.643e+37 3.04e-05  21276 
TS.triHPacyl.COelim.mttpmpmppu 5.547e+45 10.79 10.79 7.639e+37 3.04e-05  21277 
TS.triHPacyl.COelim.pptpptmppu 3.708e+44 9.18  9.18  7.635e+37 3.04e-05  21278 
TS.triHPacyl.COelim.tmpmmmppmu 3.017e+44 9.06  9.06  7.624e+37 3.03e-05  21279 
TS.triHPacyl.COelim.ttttptmmpu 4.034e+45 10.61 10.61 7.588e+37 3.02e-05  21280 
TS.triHPacyl.COelim.ttpmmtmmpu 2.262e+44 8.89  8.89  7.522e+37 2.99e-05  21281 
TS.triHPacyl.COelim.ttpmmptppu 2.397e+44 8.93  8.93  7.494e+37 2.98e-05  21282 
TS.triHPacyl.COelim.tmpppttmmu 4.324e+44 9.29  9.29  7.395e+37 2.94e-05  21283 
TS.triHPacyl.COelim.mmpmmppppu 2.847e+44 9.04  9.04  7.387e+37 2.94e-05  21284 
TS.triHPacyl.COelim.ttmtptppmu 1.182e+44 8.52  8.52  7.384e+37 2.94e-05  21285 
TS.triHPacyl.COelim.mpptmtmpmu 5.240e+44 9.41  9.41  7.373e+37 2.93e-05  21286 
TS.triHPacyl.COelim.mttppmpmpu 5.164e+44 9.41  9.41  7.265e+37 2.89e-05  21287 
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TS.triHPacyl.COelim.pmttpmpmmu 4.107e+44 9.27  9.27  7.261e+37 2.89e-05  21288 
TS.triHPacyl.COelim.tmptmmpppu 4.140e+44 9.28  9.28  7.182e+37 2.86e-05  21289 
TS.triHPacyl.COelim.ttmtmmpmmu 8.563e+43 8.34  8.34  7.161e+37 2.85e-05  21290 
TS.triHPacyl.COelim.tpmppttppu 1.098e+44 8.49  8.49  7.156e+37 2.85e-05  21291 
TS.triHPacyl.COelim.tmptpttppu 2.348e+45 10.32 10.32 7.154e+37 2.84e-05  21292 
TS.triHPacyl.COelim.ppptptmmmu 5.726e+44 9.48  9.48  7.138e+37 2.84e-05  21293 
TS.triHPacyl.COelim.ttptpttppu 4.386e+44 9.32  9.32  7.082e+37 2.82e-05  21294 
TS.triHPacyl.COelim.ttptptpppu 3.106e+44 9.12  9.12  7.038e+37 2.8e-05   21295 
TS.triHPacyl.COelim.ttmpmttmpu 4.433e+43 7.96  7.96  7.000e+37 2.78e-05  21296 
TS.triHPacyl.COelim.pmptpttmpu 1.777e+44 8.79  8.79  6.987e+37 2.78e-05  21297 
TS.triHPacyl.COelim.mtmpmmpmmu 6.138e+43 8.17  8.17  6.899e+37 2.74e-05  21298 
TS.triHPacyl.COelim.mptpptmmmu 1.180e+44 8.56  8.56  6.891e+37 2.74e-05  21299 
TS.triHPacyl.COelim.pmptmppppu 4.676e+44 9.38  9.38  6.845e+37 2.72e-05  21300 
TS.triHPacyl.COelim.mmmpmtmmmu 5.357e+44 9.47  9.47  6.804e+37 2.71e-05  21301 
TS.triHPacyl.COelim.ptmtpppmmu 8.665e+43 8.39  8.39  6.742e+37 2.68e-05  21302 
TS.triHPacyl.COelim.mtmpppmmpu 8.559e+44 9.75  9.75  6.728e+37 2.68e-05  21303 
TS.triHPacyl.COelim.mmpmmmpmpu 2.755e+44 9.08  9.08  6.720e+37 2.67e-05  21304 
TS.triHPacyl.COelim.ppmtpptmmu 2.505e+44 9.02  9.02  6.712e+37 2.67e-05  21305 
TS.triHPacyl.COelim.mmptmtmmpu 7.128e+44 9.65  9.65  6.692e+37 2.66e-05  21306 
TS.triHPacyl.COelim.mtmtpmpmpu 3.981e+44 9.30  9.30  6.669e+37 2.65e-05  21307 
TS.triHPacyl.COelim.ppmtptppmu 2.244e+44 8.96  8.96  6.661e+37 2.65e-05  21308 
TS.triHPacyl.COelim.tmttppmmmu 2.031e+45 10.27 10.27 6.654e+37 2.65e-05  21309 
TS.triHPacyl.COelim.mptmmpppmu 3.231e+45 10.55 10.55 6.648e+37 2.64e-05  21310 
TS.triHPacyl.COelim.mttppppmpu 1.147e+45 9.94  9.94  6.633e+37 2.64e-05  21311 
TS.triHPacyl.COelim.ptttmttppu 1.883e+45 10.23 10.23 6.622e+37 2.63e-05  21312 
TS.triHPacyl.COelim.mptppmmmmu 1.450e+44 8.70  8.70  6.612e+37 2.63e-05  21313 
TS.triHPacyl.COelim.mmtmmpmppu 5.264e+44 9.48  9.48  6.574e+37 2.61e-05  21314 
TS.triHPacyl.COelim.mtmmpmtpmu 2.664e+45 10.45 10.45 6.549e+37 2.6e-05   21315 
TS.triHPacyl.COelim.pmmmpptpmu 2.085e+44 8.93  8.93  6.537e+37 2.6e-05   21316 
TS.triHPacyl.COelim.ttptmmtpmu 1.516e+45 10.12 10.12 6.482e+37 2.58e-05  21317 
TS.triHPacyl.COelim.tmpmmttmmu 3.425e+44 9.23  9.23  6.481e+37 2.58e-05  21318 
TS.triHPacyl.COelim.pmmtptmppu 1.412e+44 8.71  8.71  6.430e+37 2.56e-05  21319 
TS.triHPacyl.COelim.mmpmmptmpu 3.962e+44 9.33  9.33  6.360e+37 2.53e-05  21320 
TS.triHPacyl.COelim.mpptpmtpmu 1.509e+45 10.13 10.13 6.274e+37 2.49e-05  21321 
TS.triHPacyl.COelim.mpttmmtmpu 3.517e+45 10.64 10.64 6.246e+37 2.48e-05  21322 
TS.triHPacyl.COelim.tpmtptpmmu 1.313e+45 10.05 10.05 6.217e+37 2.47e-05  21323 
TS.triHPacyl.COelim.tpmmpmpmmu 3.454e+44 9.26  9.26  6.187e+37 2.46e-05  21324 
TS.triHPacyl.COelim.mtmtpmmppu 6.688e+44 9.66  9.66  6.167e+37 2.45e-05  21325 
TS.triHPacyl.COelim.tmmpmtmmpu 1.726e+44 8.86  8.86  6.057e+37 2.41e-05  21326 
TS.triHPacyl.COelim.pmptptpppu 8.071e+43 8.41  8.41  6.001e+37 2.39e-05  21327 
TS.triHPacyl.COelim.mmmpmttmpu 1.045e+45 9.94  9.94  5.952e+37 2.37e-05  21328 
TS.triHPacyl.COelim.ttptppppmu 1.644e+45 10.22 10.22 5.927e+37 2.36e-05  21329 
TS.triHPacyl.COelim.mmttmmmmmu 3.259e+45 10.63 10.63 5.918e+37 2.35e-05  21330 
TS.triHPacyl.COelim.ttptpmmmpu 3.828e+44 9.35  9.35  5.914e+37 2.35e-05  21331 
TS.triHPacyl.COelim.pmmmptpmmu 5.087e+43 8.15  8.15  5.901e+37 2.35e-05  21332 
TS.triHPacyl.COelim.pptmmmtpmu 1.807e+45 10.28 10.28 5.874e+37 2.34e-05  21333 
TS.triHPacyl.COelim.ppptppppmu 3.625e+44 9.32  9.32  5.873e+37 2.34e-05  21334 
TS.triHPacyl.COelim.tmpmpmtppu 4.342e+44 9.43  9.43  5.870e+37 2.33e-05  21335 
TS.triHPacyl.COelim.ttmmppmmmu 3.519e+44 9.31  9.31  5.857e+37 2.33e-05  21336 
TS.triHPacyl.COelim.mtttmpmpmu 1.225e+45 10.05 10.05 5.842e+37 2.32e-05  21337 
TS.triHPacyl.COelim.mmttmmmmpu 3.049e+45 10.60 10.60 5.757e+37 2.29e-05  21338 
TS.triHPacyl.COelim.mmpppmmmmu 1.711e+44 8.89  8.89  5.730e+37 2.28e-05  21339 
TS.triHPacyl.COelim.ptmppmpppu 4.031e+43 8.04  8.04  5.645e+37 2.24e-05  21340 
TS.triHPacyl.COelim.ttmpmptppu 1.288e+44 8.73  8.73  5.624e+37 2.24e-05  21341 
TS.triHPacyl.COelim.ttptpmtpmu 1.185e+45 10.06 10.06 5.609e+37 2.23e-05  21342 
TS.triHPacyl.COelim.tmpppptpmu 4.440e+44 9.47  9.47  5.594e+37 2.22e-05  21343 
TS.triHPacyl.COelim.mmmpmtmpmu 2.218e+44 9.06  9.06  5.580e+37 2.22e-05  21344 
TS.triHPacyl.COelim.tmpmmtppmu 1.020e+44 8.60  8.60  5.549e+37 2.21e-05  21345 
TS.triHPacyl.COelim.ppmtmmpppu 2.173e+44 9.05  9.05  5.520e+37 2.2e-05   21346 
TS.triHPacyl.COelim.mtmppppppu 3.150e+44 9.27  9.27  5.519e+37 2.19e-05  21347 
TS.triHPacyl.COelim.ppmmppppmu 1.967e+44 9.00  9.00  5.442e+37 2.16e-05  21348 
TS.triHPacyl.COelim.tttppmmmpu 2.849e+45 10.60 10.60 5.393e+37 2.14e-05  21349 
TS.triHPacyl.COelim.ttmmmtpmmu 2.035e+44 9.03  9.03  5.389e+37 2.14e-05  21350 
TS.triHPacyl.COelim.mmmmmtmppu 2.268e+44 9.09  9.09  5.378e+37 2.14e-05  21351 
TS.triHPacyl.COelim.mpttpmmppu 3.317e+44 9.32  9.32  5.377e+37 2.14e-05  21352 
TS.triHPacyl.COelim.mtpmptppmu 1.540e+44 8.87  8.87  5.357e+37 2.13e-05  21353 
TS.triHPacyl.COelim.ttptmptmmu 2.997e+45 10.64 10.64 5.300e+37 2.11e-05  21354 
TS.triHPacyl.COelim.mmmtmppppu 4.254e+44 9.48  9.48  5.295e+37 2.11e-05  21355 
TS.triHPacyl.COelim.pmptpttppu 1.933e+44 9.01  9.01  5.275e+37 2.1e-05   21356 
TS.triHPacyl.COelim.mtpppptppu 3.287e+44 9.33  9.33  5.263e+37 2.09e-05  21357 
TS.triHPacyl.COelim.pmtmmtmppu 2.536e+44 9.18  9.18  5.234e+37 2.08e-05  21358 
TS.triHPacyl.COelim.ppmtpttppu 1.574e+45 10.28 10.28 5.129e+37 2.04e-05  21359 
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TS.triHPacyl.COelim.mtpmpptmpu 1.826e+44 8.99  8.99  5.127e+37 2.04e-05  21360 
TS.triHPacyl.COelim.mpptpmppmu 1.027e+45 10.02 10.02 5.125e+37 2.04e-05  21361 
TS.triHPacyl.COelim.tmptmtppmu 2.922e+44 9.28  9.28  5.051e+37 2.01e-05  21362 
TS.triHPacyl.COelim.mmptmppppu 2.104e+44 9.09  9.09  5.027e+37 2e-05     21363 
TS.triHPacyl.COelim.mmmppmmmmu 3.277e+43 7.99  7.99  4.994e+37 1.99e-05  21364 
TS.triHPacyl.COelim.ttttmttpmu 1.629e+45 10.31 10.31 4.985e+37 1.98e-05  21365 
TS.triHPacyl.COelim.mmpmmmmmpu 2.297e+44 9.15  9.15  4.935e+37 1.96e-05  21366 
TS.triHPacyl.COelim.mmpmmppmpu 2.436e+44 9.19  9.19  4.913e+37 1.95e-05  21367 
TS.triHPacyl.COelim.ttptpptpmu 1.817e+45 10.39 10.39 4.910e+37 1.95e-05  21368 
TS.triHPacyl.COelim.tpmmmmtpmu 6.672e+44 9.79  9.79  4.899e+37 1.95e-05  21369 
TS.triHPacyl.COelim.mtptpmtmmu 1.202e+45 10.14 10.14 4.895e+37 1.95e-05  21370 
TS.triHPacyl.COelim.pmmmptmpmu 8.624e+43 8.57  8.57  4.894e+37 1.95e-05  21371 
TS.triHPacyl.COelim.pptpmpmppu 1.824e+44 9.02  9.02  4.868e+37 1.94e-05  21372 
TS.triHPacyl.COelim.mmmpmpppmu 1.173e+44 8.76  8.76  4.868e+37 1.94e-05  21373 
TS.triHPacyl.COelim.ttmtpmtmmu 6.101e+44 9.74  9.74  4.868e+37 1.94e-05  21374 
TS.triHPacyl.COelim.ppttmppmmu 3.801e+44 9.46  9.46  4.865e+37 1.93e-05  21375 
TS.triHPacyl.COelim.pmmmppmmmu 1.583e+44 8.94  8.94  4.860e+37 1.93e-05  21376 
TS.triHPacyl.COelim.tmpmmttpmu 2.530e+44 9.22  9.22  4.854e+37 1.93e-05  21377 
TS.triHPacyl.COelim.mtttmmmppu 1.456e+45 10.27 10.27 4.841e+37 1.92e-05  21378 
TS.triHPacyl.COelim.mmpmmmtppu 3.233e+44 9.37  9.37  4.823e+37 1.92e-05  21379 
TS.triHPacyl.COelim.tmptmpppmu 1.661e+45 10.35 10.35 4.800e+37 1.91e-05  21380 
TS.triHPacyl.COelim.ppptmmtmmu 1.998e+45 10.46 10.46 4.764e+37 1.89e-05  21381 
TS.triHPacyl.COelim.pppmpmpmmu 4.027e+43 8.14  8.14  4.737e+37 1.88e-05  21382 
TS.triHPacyl.COelim.mtpppptmpu 5.157e+44 9.66  9.66  4.717e+37 1.88e-05  21383 
TS.triHPacyl.COelim.mmmpmmtpmu 4.981e+44 9.64  9.64  4.698e+37 1.87e-05  21384 
TS.triHPacyl.COelim.tpmtmmmmpu 3.988e+44 9.51  9.51  4.692e+37 1.87e-05  21385 
TS.triHPacyl.COelim.pmpmpttmmu 2.643e+44 9.27  9.27  4.668e+37 1.86e-05  21386 
TS.triHPacyl.COelim.mttmpptppu 2.358e+44 9.20  9.20  4.649e+37 1.85e-05  21387 
TS.triHPacyl.COelim.mtpmpptppu 2.177e+44 9.16  9.16  4.632e+37 1.84e-05  21388 
TS.triHPacyl.COelim.tpptpmtmpu 7.088e+45 11.25 11.25 4.519e+37 1.8e-05   21389 
TS.triHPacyl.COelim.ptttmptppu 1.162e+45 10.18 10.18 4.490e+37 1.79e-05  21390 
TS.triHPacyl.COelim.tpmppttmpu 1.433e+44 8.93  8.93  4.455e+37 1.77e-05  21391 
TS.triHPacyl.COelim.mpptmmmpmu 5.945e+44 9.78  9.78  4.449e+37 1.77e-05  21392 
TS.triHPacyl.COelim.mpmtptppmu 6.559e+44 9.84  9.84  4.435e+37 1.76e-05  21393 
TS.triHPacyl.COelim.mtptpmmmmu 5.530e+44 9.74  9.74  4.419e+37 1.76e-05  21394 
TS.triHPacyl.COelim.ttmtpttpmu 4.480e+44 9.63  9.63  4.361e+37 1.73e-05  21395 
TS.triHPacyl.COelim.mpmtpmppmu 4.850e+44 9.68  9.68  4.339e+37 1.73e-05  21396 
TS.triHPacyl.COelim.tptpptmppu 1.947e+45 10.51 10.51 4.308e+37 1.71e-05  21397 
TS.triHPacyl.COelim.pmtmmptppu 2.461e+44 9.28  9.28  4.301e+37 1.71e-05  21398 
TS.triHPacyl.COelim.mtttmpmppu 1.761e+45 10.46 10.46 4.212e+37 1.67e-05  21399 
TS.triHPacyl.COelim.pmmpmtmppu 3.279e+43 8.09  8.09  4.200e+37 1.67e-05  21400 
TS.triHPacyl.COelim.mmttmppmmu 2.546e+45 10.68 10.68 4.196e+37 1.67e-05  21401 
TS.triHPacyl.COelim.pmptpmtmpu 4.163e+44 9.61  9.61  4.184e+37 1.66e-05  21402 
TS.triHPacyl.COelim.pmmppppmmu 2.111e+43 7.84  7.84  4.131e+37 1.64e-05  21403 
TS.triHPacyl.COelim.mmpmmttmpu 2.947e+44 9.41  9.41  4.127e+37 1.64e-05  21404 
TS.triHPacyl.COelim.ptpmpttppu 6.274e+43 8.49  8.49  4.125e+37 1.64e-05  21405 
TS.triHPacyl.COelim.mpmmptppmu 1.242e+44 8.90  8.90  4.102e+37 1.63e-05  21406 
TS.triHPacyl.COelim.pptmppmmpu 3.081e+44 9.44  9.44  4.091e+37 1.63e-05  21407 
TS.triHPacyl.COelim.ttmtppmmpu 8.684e+44 10.06 10.06 4.070e+37 1.62e-05  21408 
TS.triHPacyl.COelim.ppptmttmpu 2.773e+45 10.76 10.76 4.040e+37 1.61e-05  21409 
TS.triHPacyl.COelim.mtmtptmmpu 1.333e+45 10.33 10.33 3.976e+37 1.58e-05  21410 
TS.triHPacyl.COelim.mtttmppmmu 6.369e+44 9.89  9.89  3.953e+37 1.57e-05  21411 
TS.triHPacyl.COelim.mmppmmpppu 2.536e+45 10.72 10.72 3.908e+37 1.55e-05  21412 
TS.triHPacyl.COelim.ttttppmmmu 2.798e+45 10.78 10.78 3.904e+37 1.55e-05  21413 
TS.triHPacyl.COelim.pmmmppmpmu 1.223e+44 8.92  8.92  3.854e+37 1.53e-05  21414 
TS.triHPacyl.COelim.mtmppmtmpu 1.871e+44 9.19  9.19  3.752e+37 1.49e-05  21415 
TS.triHPacyl.COelim.tpmtmtpppu 2.485e+44 9.37  9.37  3.742e+37 1.49e-05  21416 
TS.triHPacyl.COelim.pttpmttppu 4.359e+44 9.70  9.70  3.740e+37 1.49e-05  21417 
TS.triHPacyl.COelim.tmmppmmmmu 3.337e+44 9.54  9.54  3.737e+37 1.49e-05  21418 
TS.triHPacyl.COelim.mtmpmppppu 5.255e+43 8.44  8.44  3.731e+37 1.48e-05  21419 
TS.triHPacyl.COelim.ppptpmmmmu 6.735e+44 9.97  9.97  3.699e+37 1.47e-05  21420 
TS.triHPacyl.COelim.tmttpmtppu 3.819e+45 11.00 11.00 3.696e+37 1.47e-05  21421 
TS.triHPacyl.COelim.pptmmmmmpu 4.319e+44 9.70  9.70  3.689e+37 1.47e-05  21422 
TS.triHPacyl.COelim.mtttmtpmpu 2.396e+45 10.73 10.73 3.684e+37 1.46e-05  21423 
TS.triHPacyl.COelim.ppmtmtpppu 1.670e+44 9.14  9.14  3.676e+37 1.46e-05  21424 
TS.triHPacyl.COelim.ppttmtmmmu 6.393e+44 9.94  9.94  3.671e+37 1.46e-05  21425 
TS.triHPacyl.COelim.tmptptmppu 1.526e+44 9.09  9.09  3.668e+37 1.46e-05  21426 
TS.triHPacyl.COelim.mpmtpmtmmu 8.091e+44 10.08 10.08 3.665e+37 1.46e-05  21427 
TS.triHPacyl.COelim.mppmmppmmu 1.325e+44 9.00  9.00  3.659e+37 1.46e-05  21428 
TS.triHPacyl.COelim.tpmtpppmmu 9.276e+44 10.16 10.16 3.656e+37 1.45e-05  21429 
TS.triHPacyl.COelim.ptmpmmppmu 3.512e+44 9.59  9.59  3.639e+37 1.45e-05  21430 
TS.triHPacyl.COelim.mttpptpmpu 5.083e+44 9.81  9.81  3.637e+37 1.45e-05  21431 
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TS.triHPacyl.COelim.ppmppttmpu 3.603e+44 9.61  9.61  3.606e+37 1.43e-05  21432 
TS.triHPacyl.COelim.mtttmmpmpu 9.681e+44 10.21 10.21 3.525e+37 1.4e-05   21433 
TS.triHPacyl.COelim.ttptmmtmmu 2.734e+45 10.84 10.84 3.494e+37 1.39e-05  21434 
TS.triHPacyl.COelim.mptpmppppu 3.672e+44 9.64  9.64  3.467e+37 1.38e-05  21435 
TS.triHPacyl.COelim.ttttpttpmu 5.364e+45 11.25 11.25 3.438e+37 1.37e-05  21436 
TS.triHPacyl.COelim.ptmpmpppmu 4.349e+44 9.76  9.76  3.404e+37 1.35e-05  21437 
TS.triHPacyl.COelim.pmmtppmmpu 4.248e+44 9.75  9.75  3.362e+37 1.34e-05  21438 
TS.triHPacyl.COelim.mmttmpppmu 5.473e+44 9.90  9.90  3.340e+37 1.33e-05  21439 
TS.triHPacyl.COelim.mpptmtmppu 7.813e+44 10.12 10.12 3.322e+37 1.32e-05  21440 
TS.triHPacyl.COelim.mtptppmmmu 5.170e+44 9.88  9.88  3.299e+37 1.31e-05  21441 
TS.triHPacyl.COelim.mmmtmmtpmu 1.681e+46 11.95 11.95 3.290e+37 1.31e-05  21442 
TS.triHPacyl.COelim.mtmtppmmmu 6.465e+44 10.01 10.01 3.276e+37 1.3e-05   21443 
TS.triHPacyl.COelim.mtmtpmtppu 2.267e+45 10.76 10.76 3.266e+37 1.3e-05   21444 
TS.triHPacyl.COelim.ppttmptpmu 7.168e+44 10.08 10.08 3.236e+37 1.29e-05  21445 
TS.triHPacyl.COelim.mtptpmmmpu 3.662e+44 9.68  9.68  3.227e+37 1.28e-05  21446 
TS.triHPacyl.COelim.mpptpmpppu 7.021e+44 10.07 10.07 3.221e+37 1.28e-05  21447 
TS.triHPacyl.COelim.tpmtmmpppu 2.666e+44 9.50  9.50  3.180e+37 1.26e-05  21448 
TS.triHPacyl.COelim.pptpmtmmpu 6.719e+44 10.06 10.06 3.156e+37 1.26e-05  21449 
TS.triHPacyl.COelim.mtpmpptpmu 1.891e+44 9.31  9.31  3.121e+37 1.24e-05  21450 
TS.triHPacyl.COelim.mmpmmptppu 3.437e+44 9.68  9.68  3.068e+37 1.22e-05  21451 
TS.triHPacyl.COelim.ttmpmmpmpu 1.032e+44 8.96  8.96  3.065e+37 1.22e-05  21452 
TS.triHPacyl.COelim.pmmtpptpmu 7.808e+44 10.17 10.17 3.051e+37 1.21e-05  21453 
TS.triHPacyl.COelim.ptmppmtmmu 1.562e+44 9.21  9.21  3.034e+37 1.21e-05  21454 
TS.triHPacyl.COelim.mtmtmmpmpu 4.783e+44 9.89  9.89  3.001e+37 1.19e-05  21455 
TS.triHPacyl.COelim.ppptmmtmpu 1.636e+45 10.62 10.62 2.998e+37 1.19e-05  21456 
TS.triHPacyl.COelim.mtpmpmtpmu 3.850e+44 9.76  9.76  2.986e+37 1.19e-05  21457 
TS.triHPacyl.COelim.ppmmptppmu 6.619e+43 8.71  8.71  2.979e+37 1.18e-05  21458 
TS.triHPacyl.COelim.mpttmmtmmu 2.610e+45 10.91 10.91 2.943e+37 1.17e-05  21459 
TS.triHPacyl.COelim.pmptmmmmpu 8.317e+44 10.23 10.23 2.931e+37 1.17e-05  21460 
TS.triHPacyl.COelim.mmtpmppmpu 1.496e+45 10.59 10.59 2.910e+37 1.16e-05  21461 
TS.triHPacyl.COelim.mpptmmtppu 7.234e+44 10.15 10.15 2.895e+37 1.15e-05  21462 
TS.triHPacyl.COelim.ttmtpptppu 1.957e+45 10.75 10.75 2.877e+37 1.14e-05  21463 
TS.triHPacyl.COelim.ttttpmtppu 8.097e+45 11.61 11.61 2.831e+37 1.13e-05  21464 
TS.triHPacyl.COelim.mpmtmmmppu 1.089e+45 10.42 10.42 2.806e+37 1.12e-05  21465 
TS.triHPacyl.COelim.ttmppptppu 4.189e+44 9.85  9.85  2.798e+37 1.11e-05  21466 
TS.triHPacyl.COelim.tmmppptmpu 2.435e+44 9.54  9.54  2.756e+37 1.1e-05   21467 
TS.triHPacyl.COelim.mptpptmmpu 3.793e+44 9.80  9.80  2.744e+37 1.09e-05  21468 
TS.triHPacyl.COelim.ppttmmtpmu 2.045e+45 10.81 10.81 2.718e+37 1.08e-05  21469 
TS.triHPacyl.COelim.mpptptppmu 8.549e+44 10.31 10.31 2.656e+37 1.06e-05  21470 
TS.triHPacyl.COelim.ptmmptpmmu 3.757e+44 9.82  9.82  2.655e+37 1.06e-05  21471 
TS.triHPacyl.COelim.tpmmmtmmmu 1.926e+44 9.42  9.42  2.645e+37 1.05e-05  21472 
TS.triHPacyl.COelim.mpptpmtppu 1.089e+45 10.46 10.46 2.620e+37 1.04e-05  21473 
TS.triHPacyl.COelim.ppptmmmmmu 8.665e+44 10.32 10.32 2.619e+37 1.04e-05  21474 
TS.triHPacyl.COelim.mmpmmtmmpu 1.890e+44 9.42  9.42  2.601e+37 1.03e-05  21475 
TS.triHPacyl.COelim.pmppmmmmpu 1.656e+44 9.34  9.34  2.589e+37 1.03e-05  21476 
TS.triHPacyl.COelim.ttptmtmmmu 2.301e+45 10.92 10.92 2.535e+37 1.01e-05  21477 
TS.triHPacyl.COelim.ttmppmmmmu 1.852e+44 9.42  9.42  2.530e+37 1.01e-05  21478 
TS.triHPacyl.COelim.mtmtmpmpmu 1.158e+45 10.52 10.52 2.529e+37 1.01e-05  21479 
TS.triHPacyl.COelim.pmmmmppppu 4.062e+43 8.53  8.53  2.494e+37 9.92e-06  21480 
TS.triHPacyl.COelim.mttpmmmppu 1.277e+45 10.59 10.59 2.448e+37 9.73e-06  21481 
TS.triHPacyl.COelim.tmptpppppu 1.609e+45 10.74 10.74 2.432e+37 9.67e-06  21482 
TS.triHPacyl.COelim.ttmppmtpmu 3.417e+44 9.82  9.82  2.417e+37 9.61e-06  21483 
TS.triHPacyl.COelim.pmtmpttpmu 9.508e+44 10.43 10.43 2.412e+37 9.59e-06  21484 
TS.triHPacyl.COelim.ttptmpmmmu 4.604e+45 11.37 11.37 2.412e+37 9.59e-06  21485 
TS.triHPacyl.COelim.mtptpmtppu 1.071e+45 10.50 10.50 2.399e+37 9.54e-06  21486 
TS.triHPacyl.COelim.ttmmmmpmmu 2.182e+44 9.55  9.55  2.396e+37 9.53e-06  21487 
TS.triHPacyl.COelim.tmpmmmtpmu 1.713e+44 9.41  9.41  2.395e+37 9.52e-06  21488 
TS.triHPacyl.COelim.mptpmtpmpu 1.114e+45 10.53 10.53 2.387e+37 9.49e-06  21489 
TS.triHPacyl.COelim.pmttpmpmpu 6.080e+44 10.18 10.18 2.351e+37 9.35e-06  21490 
TS.triHPacyl.COelim.mpmtpttmmu 5.424e+44 10.11 10.11 2.348e+37 9.34e-06  21491 
TS.triHPacyl.COelim.ppmtpptppu 1.007e+45 10.48 10.48 2.344e+37 9.32e-06  21492 
TS.triHPacyl.COelim.ttmpppmmpu 3.569e+44 9.86  9.86  2.332e+37 9.27e-06  21493 
TS.triHPacyl.COelim.mmpmmttppu 3.100e+44 9.78  9.78  2.326e+37 9.25e-06  21494 
TS.triHPacyl.COelim.mtmtppmmpu 5.959e+44 10.18 10.18 2.288e+37 9.1e-06   21495 
TS.triHPacyl.COelim.mpptptpppu 6.889e+44 10.27 10.27 2.273e+37 9.04e-06  21496 
TS.triHPacyl.COelim.ppptmtmmmu 4.960e+44 10.08 10.08 2.249e+37 8.94e-06  21497 
TS.triHPacyl.COelim.mtmtpppmpu 3.330e+44 9.84  9.84  2.245e+37 8.93e-06  21498 
TS.triHPacyl.COelim.tpmpmmpppu 4.710e+44 10.05 10.05 2.244e+37 8.92e-06  21499 
TS.triHPacyl.COelim.tmptpptppu 2.664e+45 11.08 11.08 2.244e+37 8.92e-06  21500 
TS.triHPacyl.COelim.tmptpptmpu 1.697e+45 10.82 10.82 2.216e+37 8.81e-06  21501 
TS.triHPacyl.COelim.mpttmtpmpu 3.277e+45 11.22 11.22 2.212e+37 8.79e-06  21502 
TS.triHPacyl.COelim.ppptmtmmpu 5.455e+44 10.15 10.15 2.198e+37 8.74e-06  21503 
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TS.triHPacyl.COelim.mttmpmtpmu 1.909e+45 10.90 10.90 2.182e+37 8.68e-06  21504 
TS.triHPacyl.COelim.mptpmtpppu 3.655e+44 9.92  9.92  2.167e+37 8.62e-06  21505 
TS.triHPacyl.COelim.ppttmmmmmu 7.325e+44 10.34 10.34 2.157e+37 8.58e-06  21506 
TS.triHPacyl.COelim.ppttmtmmpu 8.219e+44 10.41 10.41 2.149e+37 8.55e-06  21507 
TS.triHPacyl.COelim.tmpmmtmpmu 1.761e+44 9.49  9.49  2.145e+37 8.53e-06  21508 
TS.triHPacyl.COelim.pmtpptpmpu 2.209e+44 9.63  9.63  2.130e+37 8.47e-06  21509 
TS.triHPacyl.COelim.mtptpptppu 1.126e+45 10.61 10.61 2.116e+37 8.41e-06  21510 
TS.triHPacyl.COelim.mmptmpmmmu 5.384e+45 11.54 11.54 2.104e+37 8.37e-06  21511 
TS.triHPacyl.COelim.ppmppmppmu 2.157e+43 8.25  8.25  2.100e+37 8.35e-06  21512 
TS.triHPacyl.COelim.mtptpptmmu 7.289e+44 10.36 10.36 2.077e+37 8.26e-06  21513 
TS.triHPacyl.COelim.ttmpmpmmpu 1.003e+44 9.18  9.18  2.077e+37 8.26e-06  21514 
TS.triHPacyl.COelim.ppmppptmpu 2.990e+44 9.83  9.83  2.067e+37 8.22e-06  21515 
TS.triHPacyl.COelim.mptppmmmpu 3.870e+44 9.99  9.99  2.043e+37 8.12e-06  21516 
TS.triHPacyl.COelim.mmttmpmmmu 5.395e+45 11.57 11.57 2.027e+37 8.06e-06  21517 
TS.triHPacyl.COelim.mtptpmtpmu 6.629e+44 10.32 10.32 2.025e+37 8.05e-06  21518 
TS.triHPacyl.COelim.mpptmtpppu 6.004e+44 10.26 10.26 2.017e+37 8.02e-06  21519 
TS.triHPacyl.COelim.mmttppmmmu 9.226e+45 11.90 11.90 1.989e+37 7.91e-06  21520 
TS.triHPacyl.COelim.ppmtpttpmu 7.298e+44 10.39 10.39 1.970e+37 7.83e-06  21521 
TS.triHPacyl.COelim.mtpmpptmmu 1.741e+44 9.54  9.54  1.963e+37 7.8e-06   21522 
TS.triHPacyl.COelim.mpttmttmpu 1.495e+45 10.82 10.82 1.953e+37 7.77e-06  21523 
TS.triHPacyl.COelim.pmpppttmpu 8.244e+44 10.48 10.48 1.902e+37 7.56e-06  21524 
TS.triHPacyl.COelim.mtptpptpmu 6.225e+44 10.33 10.33 1.863e+37 7.41e-06  21525 
TS.triHPacyl.COelim.mpppmtmmpu 2.128e+45 11.06 11.06 1.851e+37 7.36e-06  21526 
TS.triHPacyl.COelim.pmptpmtppu 5.460e+44 10.26 10.26 1.832e+37 7.28e-06  21527 
TS.triHPacyl.COelim.tmpmmmtmmu 1.739e+44 9.58  9.58  1.826e+37 7.26e-06  21528 
TS.triHPacyl.COelim.mmppmtpmpu 1.280e+45 10.78 10.78 1.788e+37 7.11e-06  21529 
TS.triHPacyl.COelim.mpptmmmppu 7.013e+44 10.42 10.42 1.788e+37 7.11e-06  21530 
TS.triHPacyl.COelim.pmmpmmtpmu 7.894e+43 9.12  9.12  1.779e+37 7.07e-06  21531 
TS.triHPacyl.COelim.mpptmmtmpu 5.249e+44 10.26 10.26 1.754e+37 6.97e-06  21532 
TS.triHPacyl.COelim.mmmtmpmpmu 1.259e+44 9.43  9.43  1.699e+37 6.76e-06  21533 
TS.triHPacyl.COelim.ttmtpmtpmu 6.219e+44 10.39 10.39 1.687e+37 6.71e-06  21534 
TS.triHPacyl.COelim.mmptmmpppu 2.995e+45 11.33 11.33 1.671e+37 6.64e-06  21535 
TS.triHPacyl.COelim.mmmtpmpmpu 7.203e+44 10.49 10.49 1.648e+37 6.55e-06  21536 
TS.triHPacyl.COelim.tmpmmmmpmu 1.716e+44 9.63  9.63  1.644e+37 6.54e-06  21537 
TS.triHPacyl.COelim.mmmmmmmpmu 5.713e+45 11.73 11.73 1.629e+37 6.48e-06  21538 
TS.triHPacyl.COelim.mmppptmmmu 1.263e+44 9.47  9.47  1.599e+37 6.36e-06  21539 
TS.triHPacyl.COelim.pmmtppmppu 1.956e+44 9.73  9.73  1.599e+37 6.36e-06  21540 
TS.triHPacyl.COelim.mpptmttmpu 5.884e+44 10.40 10.40 1.574e+37 6.26e-06  21541 
TS.triHPacyl.COelim.mpttmtpppu 1.472e+46 12.32 12.32 1.571e+37 6.25e-06  21542 
TS.triHPacyl.COelim.tmpmmmmmmu 1.895e+44 9.73  9.73  1.555e+37 6.18e-06  21543 
TS.triHPacyl.COelim.mpttpmmmmu 5.509e+44 10.36 10.36 1.552e+37 6.17e-06  21544 
TS.triHPacyl.COelim.mmttpppmpu 3.129e+45 11.41 11.41 1.531e+37 6.09e-06  21545 
TS.triHPacyl.COelim.ttmpmmppmu 1.578e+44 9.63  9.63  1.516e+37 6.03e-06  21546 
TS.triHPacyl.COelim.mmttmmtpmu 6.390e+45 11.84 11.84 1.514e+37 6.02e-06  21547 
TS.triHPacyl.COelim.mpmtmppppu 2.137e+44 9.83  9.83  1.467e+37 5.83e-06  21548 
TS.triHPacyl.COelim.pptpmmmmpu 9.021e+44 10.69 10.69 1.467e+37 5.83e-06  21549 
TS.triHPacyl.COelim.mpptpptpmu 5.039e+44 10.35 10.35 1.456e+37 5.79e-06  21550 
TS.triHPacyl.COelim.mmttmpmmpu 3.803e+45 11.56 11.56 1.437e+37 5.72e-06  21551 
TS.triHPacyl.COelim.mtmtmppmpu 4.182e+44 10.25 10.25 1.436e+37 5.71e-06  21552 
TS.triHPacyl.COelim.tpmmmmmmmu 2.130e+44 9.84  9.84  1.434e+37 5.7e-06   21553 
TS.triHPacyl.COelim.tmptppmppu 1.287e+44 9.55  9.55  1.433e+37 5.7e-06   21554 
TS.triHPacyl.COelim.mpmtpmtpmu 1.070e+45 10.81 10.81 1.426e+37 5.67e-06  21555 
TS.triHPacyl.COelim.mpptpptppu 6.136e+44 10.48 10.48 1.418e+37 5.64e-06  21556 
TS.triHPacyl.COelim.pmmtmtmppu 2.567e+44 9.98  9.98  1.369e+37 5.44e-06  21557 
TS.triHPacyl.COelim.mtmtppmpmu 1.691e+45 11.11 11.11 1.358e+37 5.4e-06   21558 
TS.triHPacyl.COelim.mttmpptpmu 1.386e+45 11.00 11.00 1.346e+37 5.35e-06  21559 
TS.triHPacyl.COelim.mmppmmtmpu 2.452e+45 11.34 11.34 1.345e+37 5.35e-06  21560 
TS.triHPacyl.COelim.mmppmppppu 2.568e+45 11.37 11.37 1.343e+37 5.34e-06  21561 
TS.triHPacyl.COelim.mpttptmmpu 6.884e+44 10.59 10.59 1.333e+37 5.3e-06   21562 
TS.triHPacyl.COelim.ppmtmmmmmu 5.457e+44 10.46 10.46 1.319e+37 5.24e-06  21563 
TS.triHPacyl.COelim.mpttptmmmu 4.337e+44 10.32 10.32 1.316e+37 5.23e-06  21564 
TS.triHPacyl.COelim.ppptmmmmpu 6.137e+44 10.53 10.53 1.310e+37 5.21e-06  21565 
TS.triHPacyl.COelim.mmmpmmmmmu 3.295e+44 10.16 10.16 1.307e+37 5.2e-06   21566 
TS.triHPacyl.COelim.ptpmppmmmu 2.135e+44 9.90  9.90  1.302e+37 5.18e-06  21567 
TS.triHPacyl.COelim.mtttmppmpu 6.864e+44 10.60 10.60 1.291e+37 5.14e-06  21568 
TS.triHPacyl.COelim.tpmtpmtppu 3.301e+45 11.54 11.54 1.284e+37 5.1e-06   21569 
TS.triHPacyl.COelim.mpptpmmmmu 6.177e+44 10.55 10.55 1.265e+37 5.03e-06  21570 
TS.triHPacyl.COelim.mpmtpptpmu 8.727e+44 10.77 10.77 1.250e+37 4.97e-06  21571 
TS.triHPacyl.COelim.mtmtpptppu 1.769e+45 11.19 11.19 1.245e+37 4.95e-06  21572 
TS.triHPacyl.COelim.ppttmmmmpu 9.605e+44 10.83 10.83 1.238e+37 4.92e-06  21573 
TS.triHPacyl.COelim.mttpmmpmpu 7.606e+44 10.70 10.70 1.229e+37 4.89e-06  21574 
TS.triHPacyl.COelim.mpmmpmmmmu 9.523e+43 9.48  9.48  1.191e+37 4.74e-06  21575 
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TS.triHPacyl.COelim.mmppmmtppu 2.052e+45 11.31 11.31 1.183e+37 4.7e-06   21576 
TS.triHPacyl.COelim.mppmpppmmu 3.130e+43 8.82  8.82  1.181e+37 4.7e-06   21577 
TS.triHPacyl.COelim.ptmpmptmmu 2.573e+44 10.07 10.07 1.181e+37 4.7e-06   21578 
TS.triHPacyl.COelim.mmptmtmppu 7.799e+43 9.36  9.36  1.179e+37 4.69e-06  21579 
TS.triHPacyl.COelim.mmpmpmpmmu 9.141e+43 9.46  9.46  1.169e+37 4.65e-06  21580 
TS.triHPacyl.COelim.mpttmttmmu 1.511e+45 11.14 11.14 1.168e+37 4.64e-06  21581 
TS.triHPacyl.COelim.pmmppmtmpu 4.430e+43 9.04  9.04  1.150e+37 4.57e-06  21582 
TS.triHPacyl.COelim.pmptpmpmmu 3.037e+44 10.19 10.19 1.148e+37 4.56e-06  21583 
TS.triHPacyl.COelim.mttmpttpmu 1.211e+45 11.02 11.02 1.141e+37 4.54e-06  21584 
TS.triHPacyl.COelim.mmtmmptpmu 2.559e+45 11.47 11.47 1.131e+37 4.5e-06   21585 
TS.triHPacyl.COelim.mtmmpptpmu 1.085e+45 10.96 10.96 1.130e+37 4.49e-06  21586 
TS.triHPacyl.COelim.mpptmttppu 3.948e+44 10.36 10.36 1.129e+37 4.49e-06  21587 
TS.triHPacyl.COelim.pmptmpmppu 6.755e+44 10.68 10.68 1.116e+37 4.44e-06  21588 
TS.triHPacyl.COelim.tmttpptppu 6.733e+45 12.05 12.05 1.114e+37 4.43e-06  21589 
TS.triHPacyl.COelim.tttpppmmpu 1.767e+45 11.26 11.26 1.110e+37 4.41e-06  21590 
TS.triHPacyl.COelim.ttptpmmmmu 2.237e+45 11.41 11.41 1.097e+37 4.36e-06  21591 
TS.triHPacyl.COelim.pmptpmmmpu 2.881e+44 10.19 10.19 1.095e+37 4.35e-06  21592 
TS.triHPacyl.COelim.pptpmptppu 8.340e+44 10.82 10.82 1.095e+37 4.35e-06  21593 
TS.triHPacyl.COelim.pmtppmpmpu 2.175e+44 10.03 10.03 1.069e+37 4.25e-06  21594 
TS.triHPacyl.COelim.mpttmtmpmu 5.969e+44 10.63 10.63 1.068e+37 4.25e-06  21595 
TS.triHPacyl.COelim.pmmtmtpmmu 4.368e+43 9.10  9.10  1.030e+37 4.1e-06   21596 
TS.triHPacyl.COelim.pmptpppppu 1.059e+44 9.64  9.64  1.007e+37 4.01e-06  21597 
TS.triHPacyl.COelim.pmmpppmpmu 1.673e+43 8.55  8.55  9.959e+36 3.96e-06  21598 
TS.triHPacyl.COelim.mmmmmmtpmu 2.667e+45 11.59 11.59 9.686e+36 3.85e-06  21599 
TS.triHPacyl.COelim.pmpppttppu 4.513e+44 10.54 10.54 9.535e+36 3.79e-06  21600 
TS.triHPacyl.COelim.mpptptmmmu 4.407e+44 10.52 10.52 9.501e+36 3.78e-06  21601 
TS.triHPacyl.COelim.tpmpmtpppu 3.142e+44 10.34 10.34 9.279e+36 3.69e-06  21602 
TS.triHPacyl.COelim.pmmtpmtpmu 2.912e+44 10.30 10.30 9.083e+36 3.61e-06  21603 
TS.triHPacyl.COelim.mmptmtppmu 1.004e+46 12.42 12.42 8.998e+36 3.58e-06  21604 
TS.triHPacyl.COelim.tmpmmtmmmu 2.906e+44 10.31 10.31 8.950e+36 3.56e-06  21605 
TS.triHPacyl.COelim.mmmmmmmmmu 3.509e+45 11.80 11.80 8.930e+36 3.55e-06  21606 
TS.triHPacyl.COelim.mpmmptmmmu 7.074e+43 9.47  9.47  8.880e+36 3.53e-06  21607 
TS.triHPacyl.COelim.ppmtmtmmmu 3.804e+44 10.49 10.49 8.749e+36 3.48e-06  21608 
TS.triHPacyl.COelim.ptmmpmpmmu 4.318e+44 10.57 10.57 8.652e+36 3.44e-06  21609 
TS.triHPacyl.COelim.mptmmtmmmu 3.600e+45 11.83 11.83 8.637e+36 3.43e-06  21610 
TS.triHPacyl.COelim.mttppmtppu 1.778e+45 11.43 11.43 8.345e+36 3.32e-06  21611 
TS.triHPacyl.COelim.pmttpptpmu 6.429e+44 10.84 10.84 8.108e+36 3.22e-06  21612 
TS.triHPacyl.COelim.mttpmppmpu 9.020e+44 11.05 11.05 8.026e+36 3.19e-06  21613 
TS.triHPacyl.COelim.mpptpmmmpu 4.725e+44 10.67 10.67 8.020e+36 3.19e-06  21614 
TS.triHPacyl.COelim.pmmtpmmmmu 2.130e+44 10.19 10.19 7.984e+36 3.17e-06  21615 
TS.triHPacyl.COelim.mmppmppmpu 9.503e+44 11.09 11.09 7.981e+36 3.17e-06  21616 
TS.triHPacyl.COelim.ppmtmmmmpu 5.107e+44 10.72 10.72 7.974e+36 3.17e-06  21617 
TS.triHPacyl.COelim.mpttpmmmpu 5.864e+44 10.81 10.81 7.813e+36 3.11e-06  21618 
TS.triHPacyl.COelim.mmmtpmtppu 5.027e+45 12.10 12.10 7.765e+36 3.09e-06  21619 
TS.triHPacyl.COelim.mtmtpmtpmu 2.352e+45 11.65 11.65 7.697e+36 3.06e-06  21620 
TS.triHPacyl.COelim.mpmtptpppu 2.032e+44 10.20 10.20 7.605e+36 3.02e-06  21621 
TS.triHPacyl.COelim.mtmppptmpu 4.940e+44 10.74 10.74 7.401e+36 2.94e-06  21622 
TS.triHPacyl.COelim.mmttmmtppu 5.660e+45 12.21 12.21 7.246e+36 2.88e-06  21623 
TS.triHPacyl.COelim.mptpmtmppu 4.835e+44 10.74 10.74 7.231e+36 2.88e-06  21624 
TS.triHPacyl.COelim.ppmtptpppu 3.192e+44 10.51 10.51 7.097e+36 2.82e-06  21625 
TS.triHPacyl.COelim.mtmtmtmpmu 2.894e+44 10.45 10.45 7.064e+36 2.81e-06  21626 
TS.triHPacyl.COelim.pmmtppmpmu 6.852e+43 9.59  9.59  7.041e+36 2.8e-06   21627 
TS.triHPacyl.COelim.ppmtmtmmpu 4.568e+44 10.73 10.73 6.979e+36 2.78e-06  21628 
TS.triHPacyl.COelim.mptpmtmmmu 7.765e+44 11.05 11.05 6.885e+36 2.74e-06  21629 
TS.triHPacyl.COelim.pmtpmptmmu 4.768e+44 10.77 10.77 6.814e+36 2.71e-06  21630 
TS.triHPacyl.COelim.mmmpmtppmu 7.621e+43 9.69  9.69  6.608e+36 2.63e-06  21631 
TS.triHPacyl.COelim.mpptptmmpu 3.599e+44 10.62 10.62 6.592e+36 2.62e-06  21632 
TS.triHPacyl.COelim.mttpmtmppu 1.028e+45 11.25 11.25 6.567e+36 2.61e-06  21633 
TS.triHPacyl.COelim.mmmtmmmppu 1.110e+46 12.67 12.67 6.496e+36 2.58e-06  21634 
TS.triHPacyl.COelim.mtmpppmmmu 1.105e+44 9.93  9.93  6.465e+36 2.57e-06  21635 
TS.triHPacyl.COelim.mmmtmmtppu 4.545e+45 12.15 12.15 6.438e+36 2.56e-06  21636 
TS.triHPacyl.COelim.mpptmttmmu 4.700e+45 12.17 12.17 6.434e+36 2.56e-06  21637 
TS.triHPacyl.COelim.mtptmtmmmu 1.596e+45 11.53 11.53 6.332e+36 2.52e-06  21638 
TS.triHPacyl.COelim.tmmtppmpmu 3.703e+44 10.66 10.66 6.317e+36 2.51e-06  21639 
TS.triHPacyl.COelim.mtttpmtpmu 2.204e+45 11.73 11.73 6.287e+36 2.5e-06   21640 
TS.triHPacyl.COelim.mmtpmptppu 1.334e+45 11.43 11.43 6.251e+36 2.49e-06  21641 
TS.triHPacyl.COelim.mpttpptpmu 1.179e+45 11.36 11.36 6.209e+36 2.47e-06  21642 
TS.triHPacyl.COelim.mmppmmmmpu 2.838e+45 11.89 11.89 6.202e+36 2.47e-06  21643 
TS.triHPacyl.COelim.mptmmpmmmu 2.817e+45 11.89 11.89 6.094e+36 2.42e-06  21644 
TS.triHPacyl.COelim.ppmmpmppmu 5.321e+43 9.53  9.53  6.071e+36 2.41e-06  21645 
TS.triHPacyl.COelim.tpmmpptpmu 1.054e+45 11.32 11.32 5.963e+36 2.37e-06  21646 
TS.triHPacyl.COelim.pmpppmtmpu 1.141e+45 11.39 11.39 5.792e+36 2.3e-06   21647 
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TS.triHPacyl.COelim.mpttmmmpmu 6.109e+44 11.02 11.02 5.698e+36 2.27e-06  21648 
TS.triHPacyl.COelim.mpmtmtppmu 1.843e+44 10.32 10.32 5.625e+36 2.24e-06  21649 
TS.triHPacyl.COelim.pmtpmmpmpu 1.332e+44 10.15 10.15 5.332e+36 2.12e-06  21650 
TS.triHPacyl.COelim.mmmtmmmmpu 8.620e+45 12.66 12.66 5.198e+36 2.07e-06  21651 
TS.triHPacyl.COelim.mmmpmmpmmu 4.851e+44 10.98 10.98 4.879e+36 1.94e-06  21652 
TS.triHPacyl.COelim.mttpmtpmpu 5.308e+44 11.03 11.03 4.863e+36 1.93e-06  21653 
TS.triHPacyl.COelim.pmtppptppu 2.387e+44 10.56 10.56 4.807e+36 1.91e-06  21654 
TS.triHPacyl.COelim.pmppmtmmpu 1.845e+44 10.42 10.42 4.750e+36 1.89e-06  21655 
TS.triHPacyl.COelim.pmptptmpmu 1.691e+44 10.37 10.37 4.710e+36 1.87e-06  21656 
TS.triHPacyl.COelim.mtttpptpmu 2.555e+45 12.01 12.01 4.523e+36 1.8e-06   21657 
TS.triHPacyl.COelim.pmptmtmppu 1.379e+44 10.28 10.28 4.443e+36 1.77e-06  21658 
TS.triHPacyl.COelim.tmpmmpppmu 1.050e+44 10.13 10.13 4.360e+36 1.73e-06  21659 
TS.triHPacyl.COelim.pmptptpmmu 4.592e+44 11.02 11.02 4.305e+36 1.71e-06  21660 
TS.triHPacyl.COelim.mpmtpmpppu 1.153e+45 11.59 11.59 4.191e+36 1.67e-06  21661 
TS.triHPacyl.COelim.mpmtmmtmmu 1.574e+44 10.40 10.40 4.185e+36 1.66e-06  21662 
TS.triHPacyl.COelim.mmppmptppu 1.546e+45 11.77 11.77 4.144e+36 1.65e-06  21663 
TS.triHPacyl.COelim.mmmtmttppu 3.793e+45 12.30 12.30 4.143e+36 1.65e-06  21664 
TS.triHPacyl.COelim.mmptmtpmmu 5.153e+45 12.49 12.49 4.131e+36 1.64e-06  21665 
TS.triHPacyl.COelim.ppmtptmmpu 3.587e+44 10.90 10.90 4.096e+36 1.63e-06  21666 
TS.triHPacyl.COelim.mpmtptmmpu 2.232e+44 10.62 10.62 4.061e+36 1.61e-06  21667 
TS.triHPacyl.COelim.mtppmptppu 1.550e+45 11.79 11.79 4.012e+36 1.6e-06   21668 
TS.triHPacyl.COelim.mmmpmmtmpu 1.869e+44 10.53 10.53 3.988e+36 1.59e-06  21669 
TS.triHPacyl.COelim.mmmmmtmpmu 6.844e+44 11.30 11.30 3.984e+36 1.58e-06  21670 
TS.triHPacyl.COelim.mmppmptmpu 1.711e+45 11.85 11.85 3.960e+36 1.57e-06  21671 
TS.triHPacyl.COelim.pmttmtmpmu 2.634e+44 10.75 10.75 3.863e+36 1.54e-06  21672 
TS.triHPacyl.COelim.pmmpmptmmu 2.234e+44 10.66 10.66 3.836e+36 1.53e-06  21673 
TS.triHPacyl.COelim.ppmmpttpmu 4.261e+44 11.06 11.06 3.766e+36 1.5e-06   21674 
TS.triHPacyl.COelim.mtmtpptpmu 2.103e+45 12.02 12.02 3.709e+36 1.47e-06  21675 
TS.triHPacyl.COelim.mmttmptpmu 4.869e+45 12.59 12.59 3.297e+36 1.31e-06  21676 
TS.triHPacyl.COelim.tpmtpmmmpu 2.062e+45 12.08 12.08 3.276e+36 1.3e-06   21677 
TS.triHPacyl.COelim.mtppmmtppu 1.084e+45 11.70 11.70 3.272e+36 1.3e-06   21678 
TS.triHPacyl.COelim.tpmppmpppu 2.428e+44 10.82 10.82 3.169e+36 1.26e-06  21679 
TS.triHPacyl.COelim.mmptmmtmmu 6.599e+45 12.81 12.81 3.099e+36 1.23e-06  21680 
TS.triHPacyl.COelim.mpmtmttmmu 1.484e+44 10.55 10.55 3.073e+36 1.22e-06  21681 
TS.triHPacyl.COelim.ttmmpmpmmu 3.496e+44 11.06 11.06 3.061e+36 1.22e-06  21682 
TS.triHPacyl.COelim.mtmppmpmmu 8.016e+43 10.19 10.19 3.041e+36 1.21e-06  21683 
TS.triHPacyl.COelim.mptpmmmppu 4.517e+44 11.23 11.23 2.956e+36 1.18e-06  21684 
TS.triHPacyl.COelim.mttppttppu 9.083e+44 11.67 11.67 2.852e+36 1.13e-06  21685 
TS.triHPacyl.COelim.mmppmpmmpu 3.373e+45 12.46 12.46 2.839e+36 1.13e-06  21686 
TS.triHPacyl.COelim.tppmptmmmu 2.791e+44 10.99 10.99 2.742e+36 1.09e-06  21687 
TS.triHPacyl.COelim.mmmtmtpmpu 1.223e+45 11.88 11.88 2.729e+36 1.09e-06  21688 
TS.triHPacyl.COelim.mtttpptppu 2.825e+45 12.39 12.39 2.652e+36 1.05e-06  21689 
TS.triHPacyl.COelim.mmmmmttpmu 1.177e+45 11.88 11.88 2.630e+36 1.05e-06  21690 
TS.triHPacyl.COelim.mpmtptmmmu 5.086e+44 11.44 11.44 2.350e+36 9.34e-07  21691 
TS.triHPacyl.COelim.ppmtpmmmmu 5.431e+44 11.51 11.51 2.221e+36 8.83e-07  21692 
TS.triHPacyl.COelim.tmmtpmmppu 5.705e+45 12.93 12.93 2.155e+36 8.57e-07  21693 
TS.triHPacyl.COelim.mpttmtppmu 4.936e+45 12.85 12.85 2.154e+36 8.56e-07  21694 
TS.triHPacyl.COelim.pmttpmtpmu 4.248e+45 12.76 12.76 2.144e+36 8.53e-07  21695 
TS.triHPacyl.COelim.ppmmptmmmu 1.520e+44 10.78 10.78 2.129e+36 8.46e-07  21696 
TS.triHPacyl.COelim.pmptpttmmu 1.084e+45 11.96 11.96 2.107e+36 8.38e-07  21697 
TS.triHPacyl.COelim.mpttmmppmu 4.010e+45 12.74 12.74 2.085e+36 8.29e-07  21698 
TS.triHPacyl.COelim.pmttpmtppu 1.008e+46 13.30 13.30 2.076e+36 8.26e-07  21699 
TS.triHPacyl.COelim.mmttmptppu 5.045e+45 12.89 12.89 2.061e+36 8.19e-07  21700 
TS.triHPacyl.COelim.mtmppmtppu 3.126e+44 11.24 11.24 2.043e+36 8.12e-07  21701 
TS.triHPacyl.COelim.mmmpmmtppu 2.981e+45 12.59 12.59 2.017e+36 8.02e-07  21702 
TS.triHPacyl.COelim.tpmppmmmpu 1.002e+44 10.57 10.57 1.985e+36 7.89e-07  21703 
TS.triHPacyl.COelim.mtmppmtmmu 1.909e+44 10.96 10.96 1.984e+36 7.89e-07  21704 
TS.triHPacyl.COelim.mtmmptpmmu 2.438e+44 11.10 11.10 1.984e+36 7.89e-07  21705 
TS.triHPacyl.COelim.pmpppmmpmu 8.630e+44 11.86 11.86 1.983e+36 7.88e-07  21706 
TS.triHPacyl.COelim.pmptpttpmu 1.275e+45 12.12 12.12 1.884e+36 7.49e-07  21707 
TS.triHPacyl.COelim.mmmtmtmppu 9.886e+44 11.97 11.97 1.882e+36 7.48e-07  21708 
TS.triHPacyl.COelim.pmptpmtmmu 2.591e+45 12.59 12.59 1.736e+36 6.9e-07   21709 
TS.triHPacyl.COelim.mtmmpmpmmu 1.545e+44 10.91 10.91 1.730e+36 6.88e-07  21710 
TS.triHPacyl.COelim.tpmpptmmpu 6.578e+43 10.48 10.48 1.517e+36 6.03e-07  21711 
TS.triHPacyl.COelim.mtmppppmmu 7.754e+43 10.58 10.58 1.511e+36 6.01e-07  21712 
TS.triHPacyl.COelim.mtmppptppu 3.160e+44 11.42 11.42 1.509e+36 6e-07     21713 
TS.triHPacyl.COelim.ppmtppmmpu 3.452e+44 11.48 11.48 1.500e+36 5.97e-07  21714 
TS.triHPacyl.COelim.mmppmtmppu 3.411e+44 11.50 11.50 1.434e+36 5.7e-07   21715 
TS.triHPacyl.COelim.mpmtpmmmmu 4.627e+44 11.69 11.69 1.411e+36 5.61e-07  21716 
TS.triHPacyl.COelim.mmptmppmmu 2.699e+45 12.75 12.75 1.399e+36 5.56e-07  21717 
TS.triHPacyl.COelim.tmmtpmmmpu 5.020e+45 13.13 13.13 1.363e+36 5.42e-07  21718 
TS.triHPacyl.COelim.mmptmmtpmu 4.515e+45 13.14 13.14 1.201e+36 4.77e-07  21719 
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TS.triHPacyl.COelim.ppmpmpmmpu 2.255e+44 11.39 11.39 1.136e+36 4.52e-07  21720 
TS.triHPacyl.COelim.mmmtmpmmmu 3.544e+44 11.66 11.66 1.133e+36 4.51e-07  21721 
TS.triHPacyl.COelim.ppmmpptpmu 3.660e+44 11.68 11.68 1.130e+36 4.49e-07  21722 
TS.triHPacyl.COelim.mpttmtmmmu 4.491e+45 13.23 13.23 1.030e+36 4.1e-07   21723 
TS.triHPacyl.COelim.tpmpptpppu 1.338e+44 11.16 11.16 9.973e+35 3.97e-07  21724 
TS.triHPacyl.COelim.mpttmpmmmu 4.212e+45 13.21 13.21 9.972e+35 3.97e-07  21725 
TS.triHPacyl.COelim.mtptmptppu 3.286e+45 13.07 13.07 9.938e+35 3.95e-07  21726 
TS.triHPacyl.COelim.mpptmtppmu 6.621e+45 13.52 13.52 9.439e+35 3.75e-07  21727 
TS.triHPacyl.COelim.mtmpmmtmpu 1.737e+44 11.35 11.35 9.405e+35 3.74e-07  21728 
TS.triHPacyl.COelim.mtpmmmtpmu 7.325e+44 12.21 12.21 9.379e+35 3.73e-07  21729 
TS.triHPacyl.COelim.mtptmptpmu 1.575e+45 12.68 12.68 9.050e+35 3.6e-07   21730 
TS.triHPacyl.COelim.mpmmmtmpmu 2.702e+44 11.64 11.64 9.000e+35 3.58e-07  21731 
TS.triHPacyl.COelim.mtmpppppmu 1.314e+44 11.25 11.25 8.420e+35 3.35e-07  21732 
TS.triHPacyl.COelim.ppmpmmmmpu 1.087e+44 11.14 11.14 8.396e+35 3.34e-07  21733 
TS.triHPacyl.COelim.mpttmttpmu 4.291e+45 13.34 13.34 8.164e+35 3.25e-07  21734 
TS.triHPacyl.COelim.mtmmpppmmu 1.236e+44 11.26 11.26 7.698e+35 3.06e-07  21735 
TS.triHPacyl.COelim.mppmmmmpmu 5.721e+43 10.81 10.81 7.581e+35 3.01e-07  21736 
TS.triHPacyl.COelim.mtptmmtpmu 1.426e+45 12.76 12.76 7.261e+35 2.89e-07  21737 
TS.triHPacyl.COelim.mtptmmtppu 2.504e+45 13.11 13.11 7.020e+35 2.79e-07  21738 
TS.triHPacyl.COelim.ppmpmtmmpu 1.368e+44 11.39 11.39 6.956e+35 2.77e-07  21739 
TS.triHPacyl.COelim.pmmpptmppu 5.620e+43 10.87 10.87 6.796e+35 2.7e-07   21740 
TS.triHPacyl.COelim.mmptmptmmu 3.892e+45 13.42 13.42 6.498e+35 2.58e-07  21741 
TS.triHPacyl.COelim.mtmppptmmu 1.635e+44 11.58 11.58 5.945e+35 2.36e-07  21742 
TS.triHPacyl.COelim.tmmpptmppu 7.566e+43 11.19 11.19 5.367e+35 2.13e-07  21743 
TS.triHPacyl.COelim.mtppmpmmpu 5.804e+45 13.79 13.79 5.194e+35 2.07e-07  21744 
TS.triHPacyl.COelim.mtpmmtmmpu 9.795e+45 14.18 14.18 4.556e+35 1.81e-07  21745 
TS.triHPacyl.COelim.mpttmpmmpu 5.379e+45 13.83 13.83 4.542e+35 1.81e-07  21746 
TS.triHPacyl.COelim.ppmpptpppu 9.457e+43 11.42 11.42 4.530e+35 1.8e-07   21747 
TS.triHPacyl.COelim.mmptmpppmu 4.347e+44 12.38 12.38 4.199e+35 1.67e-07  21748 
TS.triHPacyl.COelim.mpttmtmmpu 5.053e+45 13.84 13.84 4.148e+35 1.65e-07  21749 
TS.triHPacyl.COelim.mmmpmmmmpu 2.206e+45 13.38 13.38 3.941e+35 1.57e-07  21750 
TS.triHPacyl.COelim.mmptmptpmu 3.472e+45 13.66 13.66 3.908e+35 1.55e-07  21751 
TS.triHPacyl.COelim.mmmpmmpmpu 2.477e+44 12.17 12.17 3.376e+35 1.34e-07  21752 
TS.triHPacyl.COelim.mmptmtmpmu 1.065e+45 13.13 13.13 2.922e+35 1.16e-07  21753 
TS.triHPacyl.COelim.ppmmppmmmu 7.747e+43 11.57 11.57 2.875e+35 1.14e-07  21754 
TS.triHPacyl.COelim.mmpmmmppmu 8.548e+44 13.07 13.07 2.560e+35 1.02e-07  21755 
TS.triHPacyl.COelim.pmtppttppu 6.648e+44 12.99 12.99 2.287e+35 9.1e-08   21756 
TS.triHPacyl.COelim.mmmpmtmppu 6.717e+43 11.75 11.75 1.838e+35 7.31e-08  21757 
TS.triHPacyl.COelim.mtmppptpmu 2.217e+44 12.55 12.55 1.610e+35 6.4e-08   21758 
TS.triHPacyl.COelim.pmtpmttppu 4.797e+44 13.10 13.10 1.384e+35 5.5e-08   21759 
TS.triHPacyl.COelim.pmmppmpmpu 4.490e+43 11.69 11.69 1.376e+35 5.47e-08  21760 
TS.triHPacyl.COelim.mppmmtppmu 2.002e+45 14.14 14.14 1.005e+35 3.99e-08  21761 
TS.triHPacyl.COelim.pmmppmmppu 3.251e+43 11.94 11.94 6.537e+34 2.6e-08   21762 
TS.triHPacyl.COelim.mmpmmtpmmu 1.256e+45 14.26 14.26 5.179e+34 2.06e-08  21763 
TS.triHPacyl.COelim.mtptmmmmmu 1.545e+45 14.79 14.79 2.597e+34 1.03e-08  21764 
TS.triHPacyl.COelim.mpmpmptpmu 5.384e+44 14.22 14.22 2.356e+34 9.37e-09  21765 
TS.triHPacyl.COelim.tmmpptpmpu 1.405e+44 13.45 13.45 2.240e+34 8.91e-09  21766 
TS.triHPacyl.COelim.mmpmmtppmu 2.046e+44 13.88 13.88 1.580e+34 6.28e-09  21767 
TS.triHPacyl.COelim.mmpmmttpmu 7.409e+44 14.78 14.78 1.275e+34 5.07e-09  21768 
TS.triHPacyl.COelim.mmpmmttmmu 8.055e+44 14.85 14.85 1.216e+34 4.84e-09  21769 
TS.triHPacyl.COelim.mmpmmtmmmu 4.592e+44 15.07 15.07 4.823e+33 1.92e-09  21770 
Total                                                2.515e+44 100       21771 
 21772 
 21773 
 21774 
################################################################################# 21775 
M06-2X/aug-cc-pVTZ data 21776 
################################################################################# 21777 
 21778 
Only the lowest energy conformers were re-optimized at this level of theory, 21779 
but enough conformers were included to account for ~80% or more of the thermal 21780 
population. We provide a population contribution analysis here for this 21781 
truncated population. Note that the kinetic analysis accounts for all conformers 21782 
by merging the M06-2X/aug-cc-pVTZ and /cc-pVDZ data (see main text).  21783 
The raw quantum chemical data is provided below. 21784 
(2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 21785 
============================================================== 21786 
 21787 
Population analysis at 300K. Vibrational scaling: 0.971.  21788 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 21789 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 21790 
%: contribution to the population (with current data set assumed 100%) 21791 
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Compound             Qtot      Erel  Erel2 n*Q*MB    %         21792 
-------------------------------------------------------------- 21793 
diHPCARP_I.tmmmptmpd 2.936e+43 0.00  0.00  2.936e+43 14        21794 
diHPCARP_I.mmmmptmtd 2.948e+43 0.02  0.02  2.860e+43 13.7      21795 
diHPCARP_I.tmmmptppd 2.520e+43 0.20  0.20  1.792e+43 8.56      21796 
diHPCARP_I.tmmmptttd 4.222e+43 0.67  0.67  1.375e+43 6.56      21797 
diHPCARP_I.tmmmpttmd 3.504e+43 0.73  0.73  1.034e+43 4.93      21798 
diHPCARP_I.mmmmptmpd 2.083e+43 0.45  0.45  9.755e+42 4.66      21799 
diHPCARP_I.pmmmptmtd 3.464e+43 0.86  0.86  8.225e+42 3.93      21800 
diHPCARP_I.pmtmptmmd 2.136e+43 0.73  0.73  6.280e+42 3         21801 
diHPCARP_I.pmmmptmpd 1.816e+43 0.76  0.76  5.078e+42 2.42      21802 
diHPCARP_I.tttmptmmd 2.022e+43 0.87  0.87  4.686e+42 2.24      21803 
diHPCARP_I.tttpmtmmd 1.917e+43 0.94  0.94  3.930e+42 1.88      21804 
diHPCARP_I.pmtpptmmd 1.431e+44 2.24  2.24  3.346e+42 1.6       21805 
diHPCARP_I.tmtmptmmd 4.270e+43 1.58  1.58  3.038e+42 1.45      21806 
diHPCARP_I.pmmmptppd 2.234e+43 1.19  1.19  3.037e+42 1.45      21807 
diHPCARP_I.pmtmmtmmd 3.599e+43 1.48  1.48  2.994e+42 1.43      21808 
diHPCARP_I.tmmmttmpd 1.350e+44 2.28  2.28  2.924e+42 1.4       21809 
diHPCARP_I.pmtppttpd 7.551e+43 1.96  1.96  2.815e+42 1.34      21810 
diHPCARP_I.ppmmptmpd 1.673e+43 1.12  1.12  2.546e+42 1.22      21811 
diHPCARP_I.mttmptmmd 2.388e+43 1.34  1.34  2.505e+42 1.2       21812 
diHPCARP_I.mmmmptppd 5.258e+43 1.83  1.83  2.461e+42 1.17      21813 
diHPCARP_I.pmmmptttd 4.336e+43 1.72  1.72  2.403e+42 1.15      21814 
diHPCARP_I.mmmmptttd 7.161e+43 2.07  2.07  2.219e+42 1.06      21815 
diHPCARP_I.tmmmttmtd 1.388e+44 2.47  2.47  2.214e+42 1.06      21816 
diHPCARP_I.pmtpmtmmd 4.558e+43 1.83  1.83  2.133e+42 1.02      21817 
diHPCARP_I.tmtpmttpd 1.311e+44 2.47  2.47  2.080e+42 0.993     21818 
diHPCARP_I.ttppmttpd 1.380e+43 1.17  1.17  1.926e+42 0.919     21819 
diHPCARP_I.mttpmtmmd 2.370e+43 1.52  1.52  1.836e+42 0.877     21820 
diHPCARP_I.pmtmtttpd 9.834e+43 2.39  2.39  1.783e+42 0.851     21821 
diHPCARP_I.mmmmpttmd 7.992e+43 2.31  2.31  1.650e+42 0.788     21822 
diHPCARP_I.mmmmptptd 6.198e+43 2.18  2.18  1.610e+42 0.768     21823 
diHPCARP_I.tttmmtmmd 2.471e+43 1.65  1.65  1.547e+42 0.738     21824 
diHPCARP_I.tpmmptmpd 1.948e+43 1.52  1.52  1.520e+42 0.725     21825 
diHPCARP_I.tmtpmtmmd 9.444e+43 2.49  2.49  1.456e+42 0.695     21826 
diHPCARP_I.ppmmttptd 5.315e+43 2.16  2.16  1.427e+42 0.681     21827 
diHPCARP_I.pmmmpttmd 3.334e+43 1.93  1.93  1.299e+42 0.62      21828 
diHPCARP_I.pptpttpmd 3.042e+44 3.34  3.34  1.124e+42 0.536     21829 
diHPCARP_I.ptmmmtmpd 3.365e+43 2.03  2.03  1.113e+42 0.531     21830 
diHPCARP_I.mtmmmtmtd 3.989e+44 3.51  3.51  1.105e+42 0.527     21831 
diHPCARP_I.tmppppttd 4.343e+43 2.20  2.20  1.087e+42 0.519     21832 
diHPCARP_I.tmppmttpd 4.333e+43 2.20  2.20  1.083e+42 0.517     21833 
diHPCARP_I.pttpttmpd 5.678e+43 2.39  2.39  1.025e+42 0.489     21834 
diHPCARP_I.pmtpmttpd 3.918e+43 2.18  2.18  1.015e+42 0.484     21835 
diHPCARP_I.ppmmptpmd 5.498e+43 2.40  2.40  9.740e+41 0.465     21836 
diHPCARP_I.tmtmmtmmd 6.277e+43 2.54  2.54  8.890e+41 0.424     21837 
diHPCARP_I.mmmmmtmpd 6.465e+43 2.58  2.58  8.599e+41 0.411     21838 
diHPCARP_I.ttmmmtmtd 1.011e+44 2.86  2.86  8.407e+41 0.401     21839 
diHPCARP_I.ttpmptmmd 7.593e+42 1.32  1.32  8.254e+41 0.394     21840 
diHPCARP_I.pttpptmtd 4.486e+43 2.42  2.42  7.787e+41 0.372     21841 
diHPCARP_I.pptmptpmd 8.819e+43 2.82  2.82  7.743e+41 0.37      21842 
diHPCARP_I.mttmmtmmd 3.138e+43 2.21  2.21  7.729e+41 0.369     21843 
diHPCARP_I.mtppmttpd 1.349e+43 1.76  1.76  7.035e+41 0.336     21844 
diHPCARP_I.ppppmtpmd 5.358e+43 2.74  2.74  5.377e+41 0.257     21845 
diHPCARP_I.mtpmptmmd 9.527e+42 1.80  1.80  4.635e+41 0.221     21846 
diHPCARP_I.ppmmmtmpd 2.544e+43 2.41  2.41  4.451e+41 0.212     21847 
diHPCARP_I.pptmptmpd 1.920e+43 2.37  2.37  3.616e+41 0.173     21848 
diHPCARP_I.ppppmttpd 1.413e+44 3.57  3.57  3.520e+41 0.168     21849 
diHPCARP_I.pttmptmpd 1.650e+43 2.30  2.30  3.492e+41 0.167     21850 
diHPCARP_I.ttppttmmd 6.257e+42 1.82  1.82  2.938e+41 0.14      21851 
diHPCARP_I.ppppmtmpd 1.003e+43 2.29  2.29  2.144e+41 0.102     21852 
diHPCARP_I.tmppmtmmd 5.768e+43 3.37  3.37  2.040e+41 0.0974    21853 
diHPCARP_I.mtppttmmd 7.775e+42 2.25  2.25  1.781e+41 0.085     21854 
diHPCARP_I.pptmptmmd 6.415e+43 3.53  3.53  1.722e+41 0.0822    21855 
diHPCARP_I.ptppmttpd 1.041e+43 2.66  2.66  1.199e+41 0.0573    21856 
diHPCARP_I.tpppmtmpd 1.416e+43 2.86  2.86  1.177e+41 0.0562    21857 
Total                                      2.095e+44 100       21858 
 21859 
 21860 
 21861 
(2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 21862 
============================================================== 21863 
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 21864 
Population analysis at 300K. Vibrational scaling: 0.971.  21865 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 21866 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 21867 
%: contribution to the population (with current data set assumed 100%) 21868 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         21869 
--------------------------------------------------------------- 21870 
diHPCARP_Ib.tmmmpttpd 3.633e+43 0.33  0.33  2.106e+43 8.87      21871 
diHPCARP_Ib.mmmmptmpd 2.095e+43 0.00  0.00  2.095e+43 8.82      21872 
diHPCARP_Ib.tmmmptppd 2.840e+43 0.30  0.30  1.716e+43 7.23      21873 
diHPCARP_Ib.tmmmpttmd 5.199e+43 0.78  0.78  1.407e+43 5.92      21874 
diHPCARP_Ib.mttpmtppd 1.467e+44 1.45  1.45  1.293e+43 5.45      21875 
diHPCARP_Ib.mmmmpttmd 5.609e+43 1.01  1.01  1.027e+43 4.32      21876 
diHPCARP_Ib.pmptmttmd 7.556e+43 1.26  1.26  9.163e+42 3.86      21877 
diHPCARP_Ib.tmmmptpmd 3.606e+43 0.87  0.87  8.354e+42 3.52      21878 
diHPCARP_Ib.mmmmpttpd 4.570e+43 1.02  1.02  8.321e+42 3.5       21879 
diHPCARP_Ib.ppmmmttmd 5.988e+43 1.18  1.18  8.296e+42 3.49      21880 
diHPCARP_Ib.pptpmptpd 3.564e+43 0.88  0.88  8.177e+42 3.44      21881 
diHPCARP_Ib.mmmmptpmd 3.532e+43 0.91  0.91  7.643e+42 3.22      21882 
diHPCARP_Ib.tmmmptmpd 3.230e+43 0.87  0.87  7.543e+42 3.18      21883 
diHPCARP_Ib.mttpptppd 8.611e+43 1.49  1.49  7.016e+42 2.95      21884 
diHPCARP_Ib.pmppmtpmd 3.350e+43 1.03  1.03  5.974e+42 2.52      21885 
diHPCARP_Ib.mmmmptppd 3.447e+43 1.05  1.05  5.883e+42 2.48      21886 
diHPCARP_Ib.pmppmttmd 2.514e+43 0.90  0.90  5.555e+42 2.34      21887 
diHPCARP_Ib.pmmmptmmd 1.084e+43 0.46  0.46  4.971e+42 2.09      21888 
diHPCARP_Ib.ppmmmtmmd 3.007e+43 1.08  1.08  4.950e+42 2.08      21889 
diHPCARP_Ib.pmtpptmmd 5.429e+43 1.56  1.56  3.976e+42 1.67      21890 
diHPCARP_Ib.ppmmppppd 1.678e+43 0.88  0.88  3.828e+42 1.61      21891 
diHPCARP_Ib.tmmmptmmd 4.211e+43 1.44  1.44  3.732e+42 1.57      21892 
diHPCARP_Ib.ppmmppmpd 1.403e+43 0.87  0.87  3.261e+42 1.37      21893 
diHPCARP_Ib.pmptmtpmd 6.315e+43 1.81  1.81  3.048e+42 1.28      21894 
diHPCARP_Ib.pmmmptppd 3.261e+43 1.46  1.46  2.807e+42 1.18      21895 
diHPCARP_Ib.pmmmpttpd 3.900e+43 1.60  1.60  2.653e+42 1.12      21896 
diHPCARP_Ib.ppmmpptpd 2.809e+43 1.42  1.42  2.594e+42 1.09      21897 
diHPCARP_Ib.pppppptpd 7.480e+43 2.04  2.04  2.452e+42 1.03      21898 
diHPCARP_Ib.pmtpmtmmd 9.328e+43 2.18  2.18  2.413e+42 1.02      21899 
diHPCARP_Ib.pmppmtmmd 2.492e+43 1.46  1.46  2.143e+42 0.902     21900 
diHPCARP_Ib.mmpmpttpd 3.269e+43 1.77  1.77  1.682e+42 0.708     21901 
diHPCARP_Ib.pmpppttmd 6.535e+43 2.21  2.21  1.606e+42 0.676     21902 
diHPCARP_Ib.mtmmptppd 2.547e+44 3.09  3.09  1.431e+42 0.603     21903 
diHPCARP_Ib.pmmmptmpd 4.430e+43 2.05  2.05  1.411e+42 0.594     21904 
diHPCARP_Ib.pmtpmttmd 8.219e+43 2.53  2.53  1.173e+42 0.494     21905 
diHPCARP_Ib.mmpmptppd 3.329e+43 2.00  2.00  1.153e+42 0.485     21906 
diHPCARP_Ib.ptppmttmd 2.896e+43 1.93  1.93  1.135e+42 0.478     21907 
diHPCARP_Ib.mmppmmtmd 5.698e+43 2.39  2.39  1.034e+42 0.435     21908 
diHPCARP_Ib.mtpmptppd 1.627e+43 1.70  1.70  9.468e+41 0.399     21909 
diHPCARP_Ib.ppppppppd 8.228e+43 2.69  2.69  9.000e+41 0.379     21910 
diHPCARP_Ib.ptppmtpmd 1.414e+43 1.64  1.64  8.986e+41 0.378     21911 
diHPCARP_Ib.mmpppmtpd 8.911e+43 2.78  2.78  8.449e+41 0.356     21912 
diHPCARP_Ib.mmppmtppd 3.809e+43 2.37  2.37  7.190e+41 0.303     21913 
diHPCARP_Ib.mmppmttpd 2.324e+43 2.42  2.42  4.002e+41 0.168     21914 
diHPCARP_Ib.ppmpmptmd 2.954e+43 2.57  2.57  3.997e+41 0.168     21915 
diHPCARP_Ib.ppmpmpmpd 2.654e+43 2.51  2.51  3.911e+41 0.165     21916 
diHPCARP_Ib.mmpmptmpd 2.138e+43 2.77  2.77  2.053e+41 0.0864    21917 
Total                                       2.375e+44 100       21918 
 21919 
 21920 
 21921 
(2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 21922 
============================================================== 21923 
 21924 
Population analysis at 300K. Vibrational scaling: 0.971.  21925 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 21926 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 21927 
%: contribution to the population (with current data set assumed 100%) 21928 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         21929 
--------------------------------------------------------------- 21930 
diHPCARP_Ic.pppppptpd 3.897e+43 0.00  0.00  3.897e+43 36.2      21931 
diHPCARP_Ic.pptmppmmd 1.894e+43 0.53  0.53  7.835e+42 7.28      21932 
diHPCARP_Ic.mmtmptmmd 2.036e+43 0.61  0.61  7.360e+42 6.84      21933 
diHPCARP_Ic.pptpmtpmd 3.130e+43 1.07  1.07  5.200e+42 4.83      21934 
diHPCARP_Ic.pptmpptpd 7.689e+43 1.62  1.62  5.078e+42 4.72      21935 



318 
 

diHPCARP_Ic.ppmmmtpmd 3.759e+43 1.34  1.34  3.994e+42 3.71      21936 
diHPCARP_Ic.mttmptmmd 2.091e+43 1.02  1.02  3.748e+42 3.48      21937 
diHPCARP_Ic.pttmmtmmd 1.800e+43 1.05  1.05  3.094e+42 2.87      21938 
diHPCARP_Ic.pmtmmtmmd 1.407e+43 0.91  0.91  3.038e+42 2.82      21939 
diHPCARP_Ic.pmppmttpd 1.595e+43 1.09  1.09  2.551e+42 2.37      21940 
diHPCARP_Ic.tptmmmmmd 7.300e+43 2.00  2.00  2.530e+42 2.35      21941 
diHPCARP_Ic.pptppptpd 7.703e+43 2.15  2.15  2.100e+42 1.95      21942 
diHPCARP_Ic.pptpppppd 1.508e+44 2.57  2.57  2.021e+42 1.88      21943 
diHPCARP_Ic.tpppmmtpd 3.520e+43 1.71  1.71  1.998e+42 1.86      21944 
diHPCARP_Ic.ppmpmptpd 7.731e+43 2.20  2.20  1.928e+42 1.79      21945 
diHPCARP_Ic.ppmpmtpmd 7.730e+43 2.20  2.20  1.928e+42 1.79      21946 
diHPCARP_Ic.ppttpptpd 1.112e+44 2.52  2.52  1.614e+42 1.5       21947 
diHPCARP_Ic.pptmppppd 1.460e+44 2.79  2.79  1.355e+42 1.26      21948 
diHPCARP_Ic.mmpppttpd 2.566e+43 1.78  1.78  1.305e+42 1.21      21949 
diHPCARP_Ic.mttpptmpd 3.749e+43 2.11  2.11  1.096e+42 1.02      21950 
diHPCARP_Ic.ppttppppd 1.089e+44 2.75  2.75  1.073e+42 0.997     21951 
diHPCARP_Ic.pmtmptmmd 3.489e+43 2.24  2.24  8.203e+41 0.762     21952 
diHPCARP_Ic.pptpppmmd 3.834e+43 2.31  2.31  7.966e+41 0.74      21953 
diHPCARP_Ic.pttpmtmmd 9.516e+43 2.86  2.86  7.894e+41 0.734     21954 
diHPCARP_Ic.mttpptmmd 5.403e+43 2.60  2.60  6.943e+41 0.645     21955 
diHPCARP_Ic.tmtmptmmd 6.463e+43 2.77  2.77  6.254e+41 0.581     21956 
diHPCARP_Ic.pmtpppmpd 3.082e+43 2.44  2.44  5.158e+41 0.479     21957 
diHPCARP_Ic.pmmmpmmpd 2.895e+43 2.42  2.42  4.957e+41 0.461     21958 
diHPCARP_Ic.tmtpmmmpd 1.077e+44 3.25  3.25  4.608e+41 0.428     21959 
diHPCARP_Ic.tmmmmmmpd 3.733e+43 2.62  2.62  4.599e+41 0.427     21960 
diHPCARP_Ic.tmtmmpmmd 2.487e+43 2.52  2.52  3.604e+41 0.335     21961 
diHPCARP_Ic.pppppttpd 5.980e+43 3.11  3.11  3.265e+41 0.303     21962 
diHPCARP_Ic.mmtpptmmd 5.732e+43 3.15  3.15  2.922e+41 0.272     21963 
diHPCARP_Ic.ppmmmtmpd 1.251e+43 2.24  2.24  2.912e+41 0.271     21964 
diHPCARP_Ic.pttpmtmpd 3.494e+43 2.86  2.86  2.859e+41 0.266     21965 
diHPCARP_Ic.pmtpmtmmd 3.764e+43 3.13  3.13  1.984e+41 0.184     21966 
diHPCARP_Ic.pptpmtmpd 2.117e+43 2.88  2.88  1.690e+41 0.157     21967 
diHPCARP_Ic.ppppppmmd 2.135e+43 3.05  3.05  1.274e+41 0.118     21968 
diHPCARP_Ic.ptmmmtmpd 3.933e+43 3.62  3.62  8.999e+40 0.0836    21969 
Total                                       1.076e+44 100       21970 
 21971 
 21972 
 21973 
1,4-aldehyde-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 21974 
====================================================================================== 21975 
 21976 
Population analysis at 300K. Vibrational scaling: 0.971.  21977 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 21978 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 21979 
%: contribution to the population (with current data set assumed 100%) 21980 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         21981 
--------------------------------------------------------------------------- 21982 
TS.diHPCARP_I.14aldHshift.mmtmmpd 1.414e+43 0.00  0.00  1.414e+43 16        21983 
TS.diHPCARP_I.14aldHshift.mmmmmpd 1.675e+43 0.20  0.20  1.195e+43 13.5      21984 
TS.diHPCARP_I.14aldHshift.mmmtppd 1.111e+44 1.58  1.58  7.863e+42 8.91      21985 
TS.diHPCARP_I.14aldHshift.mtpmmpd 3.162e+43 1.02  1.02  5.699e+42 6.46      21986 
TS.diHPCARP_I.14aldHshift.tmptptd 5.499e+43 1.37  1.37  5.516e+42 6.25      21987 
TS.diHPCARP_I.14aldHshift.mtttppd 5.836e+43 1.53  1.53  4.472e+42 5.07      21988 
TS.diHPCARP_I.14aldHshift.mmmtmmd 2.760e+43 1.13  1.13  4.138e+42 4.69      21989 
TS.diHPCARP_I.14aldHshift.tmpmmmd 2.103e+43 1.00  1.00  3.944e+42 4.47      21990 
TS.diHPCARP_I.14aldHshift.mppmmpd 1.633e+43 0.89  0.89  3.683e+42 4.17      21991 
TS.diHPCARP_I.14aldHshift.mtmmmpd 2.644e+43 1.20  1.20  3.548e+42 4.02      21992 
TS.diHPCARP_I.14aldHshift.tpmmmmd 4.999e+43 1.59  1.59  3.480e+42 3.94      21993 
TS.diHPCARP_I.14aldHshift.mtttmmd 7.691e+43 1.92  1.92  3.060e+42 3.47      21994 
TS.diHPCARP_I.14aldHshift.tmptppd 3.919e+43 1.52  1.52  3.043e+42 3.45      21995 
TS.diHPCARP_I.14aldHshift.ttpppmd 5.813e+42 0.41  0.41  2.899e+42 3.29      21996 
TS.diHPCARP_I.14aldHshift.mtptpmd 2.359e+43 1.59  1.59  1.647e+42 1.87      21997 
TS.diHPCARP_I.14aldHshift.tmptmpd 2.173e+43 1.58  1.58  1.528e+42 1.73      21998 
TS.diHPCARP_I.14aldHshift.mtpppmd 1.478e+43 1.45  1.45  1.293e+42 1.47      21999 
TS.diHPCARP_I.14aldHshift.ppmmmpd 1.333e+43 1.39  1.39  1.287e+42 1.46      22000 
TS.diHPCARP_I.14aldHshift.mpmppmd 8.295e+42 1.21  1.21  1.094e+42 1.24      22001 
TS.diHPCARP_I.14aldHshift.mtmmmmd 5.672e+43 2.36  2.36  1.085e+42 1.23      22002 
TS.diHPCARP_I.14aldHshift.mmmmtmd 1.923e+43 1.73  1.73  1.064e+42 1.21      22003 
TS.diHPCARP_I.14aldHshift.pmpmmpd 8.057e+42 1.51  1.51  6.413e+41 0.727     22004 
TS.diHPCARP_I.14aldHshift.tpmppmd 1.174e+43 1.76  1.76  6.180e+41 0.701     22005 
TS.diHPCARP_I.14aldHshift.mmmppmd 1.506e+43 2.00  2.00  5.295e+41 0.6       22006 
Total                                                   8.822e+43 100       22007 
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 22008 
 22009 
 22010 
1,5-aldehyde-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 22011 
====================================================================================== 22012 
 22013 
Note: both enantiomers (R,R and S,S) were calculated at the M06-2X/cc-pVDZ level based 22014 
on  22015 
a different template, to check the robustness of the conformer space search. As can be 22016 
seen, 22017 
most conformers are found in both enantiomers, though some higher-energy conformers 22018 
are 22019 
missing in either the R,R or S,S set. The impact on the rate predictions was 22020 
found to be negligible. At the M06-02X/aug-cc-pVTZ level of theory, only a single set 22021 
of 22022 
enantiomers was calculated. 22023 
Population analysis at 300K. Vibrational scaling: 0.971.  22024 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22025 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22026 
%: contribution to the population (with current data set assumed 100%) 22027 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22028 
----------------------------------------------------------------------------- 22029 
TS.diHPCARP_Ib.15aldHshift.dtdppdud 8.564e+42 0.00  0.00  8.564e+42 52.6      22030 
TS.diHPCARP_Ib.15aldHshift.ututpddu 3.974e+43 1.91  1.91  1.612e+42 9.9       22031 
TS.diHPCARP_Ib.15aldHshift.umdmmudu 7.388e+42 1.00  1.00  1.390e+42 8.54      22032 
TS.diHPCARP_Ib.15aldHshift.ututmudu 2.338e+43 1.68  1.68  1.388e+42 8.53      22033 
TS.diHPCARP_Ib.15aldHshift.utuppddu 1.499e+43 1.70  1.70  8.694e+41 5.34      22034 
TS.diHPCARP_Ib.15aldHshift.umdtpddu 3.724e+43 2.47  2.47  5.952e+41 3.65      22035 
TS.diHPCARP_Ib.15aldHshift.umdtmudu 2.081e+43 2.31  2.31  4.292e+41 2.64      22036 
TS.diHPCARP_Ib.15aldHshift.utdmmddu 1.325e+43 2.09  2.09  3.985e+41 2.45      22037 
TS.diHPCARP_Ib.15aldHshift.umdmpddu 8.056e+42 2.08  2.08  2.455e+41 1.51      22038 
TS.diHPCARP_Ib.15aldHshift.umdppddu 1.668e+43 2.66  2.66  1.930e+41 1.19      22039 
TS.diHPCARP_Ib.15aldHshift.upummuud 1.361e+43 2.64  2.64  1.616e+41 0.993     22040 
TS.diHPCARP_Ib.15aldHshift.utuppuud 2.790e+43 3.47  3.47  8.280e+40 0.508     22041 
TS.diHPCARP_Ib.15aldHshift.utuppudu 2.372e+43 3.37  3.37  8.275e+40 0.508     22042 
TS.diHPCARP_Ib.15aldHshift.utummuud 5.260e+42 2.57  2.57  7.095e+40 0.436     22043 
TS.diHPCARP_Ib.15aldHshift.upupmudu 2.110e+43 3.42  3.42  6.772e+40 0.416     22044 
TS.diHPCARP_Ib.15aldHshift.umdmmuud 2.012e+43 3.43  3.43  6.375e+40 0.391     22045 
TS.diHPCARP_Ib.15aldHshift.utdmpddu 6.855e+42 3.12  3.12  3.633e+40 0.223     22046 
TS.diHPCARP_Ib.15aldHshift.updmmuud 1.166e+43 3.49  3.49  3.357e+40 0.206     22047 
Total                                                     1.628e+43 100       22048 
 22049 
 22050 
 22051 
1,6-aldehyde-H-shift in (2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 22052 
====================================================================================== 22053 
 22054 
Population analysis at 300K. Vibrational scaling: 0.971.  22055 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22056 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22057 
%: contribution to the population (with current data set assumed 100%) 22058 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22059 
----------------------------------------------------------------------------- 22060 
TS.diHPCARP_Ic.16aldHshift.a.mptpuu 6.760e+42 0.27  0.27  4.293e+42 17.8      22061 
TS.diHPCARP_Ic.16aldHshift.a.mpmpuu 3.249e+42 0.00  0.00  3.249e+42 13.4      22062 
TS.diHPCARP_Ic.16aldHshift.a.pmtpuu 5.297e+42 0.39  0.39  2.757e+42 11.4      22063 
TS.diHPCARP_Ic.16aldHshift.b.pmtpuu 5.037e+42 0.37  0.37  2.709e+42 11.2      22064 
TS.diHPCARP_Ic.16aldHshift.b.mptpuu 7.611e+42 0.70  0.70  2.362e+42 9.77      22065 
TS.diHPCARP_Ic.16aldHshift.a.mppmuu 8.350e+42 0.89  0.89  1.874e+42 7.75      22066 
TS.diHPCARP_Ic.16aldHshift.a.mpppuu 1.254e+43 1.21  1.21  1.634e+42 6.76      22067 
TS.diHPCARP_Ic.16aldHshift.a.mpmmuu 6.291e+42 1.27  1.27  7.448e+41 3.08      22068 
TS.diHPCARP_Ic.16aldHshift.b.pmmmuu 7.879e+42 1.62  1.62  5.193e+41 2.15      22069 
TS.diHPCARP_Ic.16aldHshift.a.pmmmuu 2.901e+42 1.07  1.07  4.821e+41 1.99      22070 
TS.diHPCARP_Ic.16aldHshift.a.tmmpuu 8.935e+42 1.80  1.80  4.376e+41 1.81      22071 
TS.diHPCARP_Ic.16aldHshift.a.pmppdd 1.735e+43 2.22  2.22  4.199e+41 1.74      22072 
TS.diHPCARP_Ic.16aldHshift.a.pmmpuu 2.793e+42 1.19  1.19  3.810e+41 1.58      22073 
TS.diHPCARP_Ic.16aldHshift.b.mpppuu 1.139e+43 2.05  2.05  3.642e+41 1.51      22074 
TS.diHPCARP_Ic.16aldHshift.a.tmtpuu 6.894e+42 1.81  1.81  3.283e+41 1.36      22075 
TS.diHPCARP_Ic.16aldHshift.a.ppmpuu 2.938e+42 1.43  1.43  2.656e+41 1.1       22076 
TS.diHPCARP_Ic.16aldHshift.b.mpmmuu 1.430e+43 2.46  2.46  2.315e+41 0.958     22077 
TS.diHPCARP_Ic.16aldHshift.b.mpmpuu 3.879e+42 1.75  1.75  2.060e+41 0.852     22078 
TS.diHPCARP_Ic.16aldHshift.e.tmtpuu 1.033e+43 2.40  2.40  1.846e+41 0.764     22079 
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TS.diHPCARP_Ic.16aldHshift.b.mppmuu 4.317e+42 1.97  1.97  1.596e+41 0.66      22080 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdd 3.698e+43 3.25  3.25  1.592e+41 0.658     22081 
TS.diHPCARP_Ic.16aldHshift.c.mpmmuu 9.446e+42 2.51  2.51  1.404e+41 0.581     22082 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdd 2.992e+43 3.35  3.35  1.079e+41 0.446     22083 
TS.diHPCARP_Ic.16aldHshift.a.ppmmuu 3.368e+42 2.53  2.53  4.872e+40 0.202     22084 
TS.diHPCARP_Ic.16aldHshift.b.ppmpuu 3.221e+42 2.60  2.60  4.083e+40 0.169     22085 
TS.diHPCARP_Ic.16aldHshift.b.ppmmuu 7.926e+42 3.23  3.23  3.534e+40 0.146     22086 
TS.diHPCARP_Ic.16aldHshift.b.pmmpuu 3.368e+42 2.72  2.72  3.522e+40 0.146     22087 
Total                                                     2.417e+43 100       22088 
 22089 
 22090 
 22091 
1,6-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-22092 
HPCARP-Ia), forming B (di-HPCARP-Ib) 22093 
======================================================================================22094 
=============================== 22095 
 22096 
Population analysis at 300K. Vibrational scaling: 0.971.  22097 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22098 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22099 
%: contribution to the population (with current data set assumed 100%) 22100 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         22101 
---------------------------------------------------------------------------- 22102 
TS.diHPCARP_I.16OOHHshift.a.tppmdd 3.382e+42 0.00  0.00  3.382e+42 32.4      22103 
TS.diHPCARP_I.16OOHHshift.a.tmmmuu 6.884e+43 2.18  2.18  1.781e+42 17.1      22104 
TS.diHPCARP_I.16OOHHshift.a.htppuu 3.766e+43 1.94  1.94  1.447e+42 13.9      22105 
TS.diHPCARP_I.16OOHHshift.a.ttptuu 3.353e+43 1.89  1.89  1.418e+42 13.6      22106 
TS.diHPCARP_I.16OOHHshift.b.ttptuu 4.175e+43 2.05  2.05  1.340e+42 12.8      22107 
TS.diHPCARP_I.16OOHHshift.b.htppuu 4.018e+43 2.16  2.16  1.067e+42 10.2      22108 
Total                                                    1.044e+43 100       22109 
 22110 
 22111 
 22112 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-22113 
HPCARP-Ia), forming C (di-HPCARP-Ic) 22114 
======================================================================================22115 
=============================== 22116 
 22117 
Population analysis at 300K. Vibrational scaling: 0.971.  22118 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22119 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22120 
%: contribution to the population (with current data set assumed 100%) 22121 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         22122 
---------------------------------------------------------------------------- 22123 
TS.diHPCARP_I.17OOHHshift.BB.hpddd 5.702e+42 0.00  0.00  5.702e+42 91.3      22124 
TS.diHPCARP_I.17OOHHshift.BB.ltddd 3.148e+43 2.81  2.81  2.834e+41 4.54      22125 
TS.diHPCARP_I.17OOHHshift.BB.tmudd 3.756e+42 1.96  1.96  1.395e+41 2.23      22126 
TS.diHPCARP_I.17OOHHshift.BB.lpudd 1.278e+43 3.41  3.41  4.162e+40 0.667     22127 
TS.diHPCARP_I.17OOHHshift.BB.ltduu 7.557e+42 3.13  3.13  3.974e+40 0.636     22128 
TS.diHPCARP_I.17OOHHshift.CR.hmddd 4.619e+42 3.86  3.86  7.080e+39 0.113     22129 
TS.diHPCARP_I.17OOHHshift.BB.lmduu 1.023e+43 4.37  4.37  6.659e+39 0.107     22130 
TS.diHPCARP_I.17OOHHshift.BB.lmuuu 1.319e+43 4.57  4.57  6.173e+39 0.0989    22131 
TS.diHPCARP_I.17OOHHshift.BB.hmddd 9.002e+42 4.42  4.42  5.387e+39 0.0863    22132 
TS.diHPCARP_I.17OOHHshift.BB.hpudd 5.223e+42 4.14  4.14  4.998e+39 0.08      22133 
TS.diHPCARP_I.17OOHHshift.BC.tmuuu 1.757e+43 4.88  4.88  4.925e+39 0.0789    22134 
TS.diHPCARP_I.17OOHHshift.BB.ctddd 2.016e+43 5.38  5.38  2.439e+39 0.0391    22135 
TS.diHPCARP_I.17OOHHshift.BB.tpduu 5.112e+42 5.55  5.55  4.629e+38 0.00741   22136 
TS.diHPCARP_I.17OOHHshift.BB.lpuuu 3.566e+42 5.68  5.68  2.608e+38 0.00418   22137 
Total                                                    6.244e+42 100       22138 
 22139 
 22140 
 22141 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-22142 
HPCARP-Ib), forming C (di-HPCARP-Ic) 22143 
======================================================================================22144 
=============================== 22145 
 22146 
Population analysis at 300K. Vibrational scaling: 0.971.  22147 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22148 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22149 
%: contribution to the population (with current data set assumed 100%) 22150 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22151 
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----------------------------------------------------------------------------- 22152 
TS.diHPCARP_Ib.16OOHHshift.b.hpmmuu 1.256e+43 0.11  0.11  1.043e+43 23.4      22153 
TS.diHPCARP_Ib.16OOHHshift.b.ctmpuu 6.980e+42 0.00  0.00  6.980e+42 15.7      22154 
TS.diHPCARP_Ib.16OOHHshift.a.hpmmuu 8.743e+42 0.15  0.15  6.814e+42 15.3      22155 
TS.diHPCARP_Ib.16OOHHshift.b.htpmuu 7.373e+42 0.41  0.41  3.701e+42 8.3       22156 
TS.diHPCARP_Ib.16OOHHshift.b.lmppdd 7.609e+42 0.57  0.57  2.902e+42 6.51      22157 
TS.diHPCARP_Ib.16OOHHshift.b.ctpmuu 5.975e+43 1.81  1.81  2.876e+42 6.45      22158 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmdd 4.354e+42 0.29  0.29  2.664e+42 5.98      22159 
TS.diHPCARP_Ib.16OOHHshift.b.cptpuu 1.117e+43 1.26  1.26  1.350e+42 3.03      22160 
TS.diHPCARP_Ib.16OOHHshift.a.hptpuu 1.634e+43 1.74  1.74  8.811e+41 1.98      22161 
TS.diHPCARP_Ib.16OOHHshift.a.ctmmuu 1.630e+43 1.85  1.85  7.374e+41 1.65      22162 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpuu 1.871e+43 2.01  2.01  6.384e+41 1.43      22163 
TS.diHPCARP_Ib.16OOHHshift.b.hptpuu 1.778e+43 2.06  2.06  5.646e+41 1.27      22164 
TS.diHPCARP_Ib.16OOHHshift.a.lmppdd 5.543e+42 1.39  1.39  5.351e+41 1.2       22165 
TS.diHPCARP_Ib.16OOHHshift.b.cpmmuu 3.292e+43 2.56  2.56  4.500e+41 1.01      22166 
TS.diHPCARP_Ib.16OOHHshift.a.mttmuu 2.694e+43 2.54  2.54  3.802e+41 0.853     22167 
TS.diHPCARP_Ib.16OOHHshift.a.mmpmuu 2.816e+43 2.62  2.62  3.468e+41 0.778     22168 
TS.diHPCARP_Ib.16OOHHshift.a.httpuu 1.064e+43 2.10  2.10  3.133e+41 0.703     22169 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmuu 1.542e+43 2.32  2.32  3.128e+41 0.702     22170 
TS.diHPCARP_Ib.16OOHHshift.a.cpmmuu 2.304e+43 2.64  2.64  2.773e+41 0.622     22171 
TS.diHPCARP_Ib.16OOHHshift.b.mmpmuu 2.098e+43 2.66  2.66  2.434e+41 0.546     22172 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpuu 1.785e+43 2.61  2.61  2.231e+41 0.501     22173 
TS.diHPCARP_Ib.16OOHHshift.b.cttmuu 3.826e+43 3.15  3.15  1.946e+41 0.437     22174 
TS.diHPCARP_Ib.16OOHHshift.b.pttpdd 3.940e+43 3.18  3.18  1.908e+41 0.428     22175 
TS.diHPCARP_Ib.16OOHHshift.b.pptpdd 8.291e+42 2.26  2.26  1.868e+41 0.419     22176 
TS.diHPCARP_Ib.16OOHHshift.a.ctppuu 2.182e+43 2.98  2.98  1.483e+41 0.333     22177 
TS.diHPCARP_Ib.16OOHHshift.b.ctmmuu 2.079e+43 3.16  3.16  1.032e+41 0.232     22178 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpdd 5.018e+42 2.51  2.51  7.417e+40 0.166     22179 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmdd 7.583e+42 3.01  3.01  4.906e+40 0.11      22180 
Total                                                     4.457e+43 100       22181 
 22182 
 22183 
 22184 
1,4-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-22185 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 22186 
======================================================================================22187 
======================================================= 22188 
 22189 
Population analysis at 300K. Vibrational scaling: 0.971.  22190 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22191 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22192 
%: contribution to the population (with current data set assumed 100%) 22193 
Compound                         Qtot      Erel  Erel2 n*Q*MB    %         22194 
-------------------------------------------------------------------------- 22195 
TS.diHPCARP_I.14HPHshift.mmmmmtu 5.651e+42 0.10  0.10  4.757e+42 39.6      22196 
TS.diHPCARP_I.14HPHshift.mtmmmtu 4.097e+42 0.00  0.00  4.097e+42 34.1      22197 
TS.diHPCARP_I.14HPHshift.mmtmmtu 7.336e+42 0.83  0.83  1.821e+42 15.2      22198 
TS.diHPCARP_I.14HPHshift.mtmmptu 8.460e+42 1.46  1.46  7.364e+41 6.14      22199 
TS.diHPCARP_I.14HPHshift.mmmmptu 5.754e+42 1.61  1.61  3.876e+41 3.23      22200 
TS.diHPCARP_I.14HPHshift.mmtmptu 8.135e+42 2.20  2.20  2.024e+41 1.69      22201 
Total                                                  1.200e+43 100       22202 
 22203 
 22204 
 22205 
1,5-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-22206 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 22207 
======================================================================================22208 
==================================================== 22209 
 22210 
Population analysis at 300K. Vibrational scaling: 0.971.  22211 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22212 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22213 
%: contribution to the population (with current data set assumed 100%) 22214 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         22215 
--------------------------------------------------------------------------- 22216 
TS.diHPCARP_I.15HPHshift.dmtdpdud 2.461e+43 0.14  0.14  1.935e+43 29.2      22217 
TS.diHPCARP_I.15HPHshift.dmtdmuud 1.117e+43 0.00  0.00  1.117e+43 16.8      22218 
TS.diHPCARP_I.15HPHshift.dcpdpddd 4.251e+43 1.01  1.01  7.839e+42 11.8      22219 
TS.diHPCARP_I.15HPHshift.dlpdtddd 6.503e+43 1.31  1.31  7.190e+42 10.8      22220 
TS.diHPCARP_I.15HPHshift.dmpupuud 4.145e+43 1.28  1.28  4.825e+42 7.27      22221 
TS.diHPCARP_I.15HPHshift.dcmupddd 4.121e+43 1.65  1.65  2.572e+42 3.88      22222 
TS.diHPCARP_I.15HPHshift.dcmupudd 3.533e+43 1.72  1.72  1.983e+42 2.99      22223 
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TS.diHPCARP_I.15HPHshift.dmtdmdud 2.294e+43 1.48  1.48  1.916e+42 2.89      22224 
TS.diHPCARP_I.15HPHshift.dcpdpudd 3.912e+43 1.97  1.97  1.447e+42 2.18      22225 
TS.diHPCARP_I.15HPHshift.dcpdmudd 2.638e+43 1.78  1.78  1.333e+42 2.01      22226 
TS.diHPCARP_I.15HPHshift.dmpumdud 4.195e+43 2.08  2.08  1.287e+42 1.94      22227 
TS.diHPCARP_I.15HPHshift.dmpumuud 1.340e+43 1.44  1.44  1.201e+42 1.81      22228 
TS.diHPCARP_I.15HPHshift.dppdmudd 2.360e+43 1.90  1.90  9.753e+41 1.47      22229 
TS.diHPCARP_I.15HPHshift.dcmdpddd 2.451e+43 1.98  1.98  8.884e+41 1.34      22230 
TS.diHPCARP_I.15HPHshift.dtpdmdud 2.440e+43 1.98  1.98  8.801e+41 1.33      22231 
TS.diHPCARP_I.15HPHshift.dcmutudd 1.102e+43 1.92  1.92  4.434e+41 0.668     22232 
TS.diHPCARP_I.15HPHshift.umpupuud 4.078e+43 2.86  2.86  3.340e+41 0.503     22233 
TS.diHPCARP_I.15HPHshift.umpupdud 2.994e+43 2.73  2.73  3.066e+41 0.462     22234 
TS.diHPCARP_I.15HPHshift.dcmumudd 1.535e+43 2.73  2.73  1.562e+41 0.235     22235 
TS.diHPCARP_I.15HPHshift.dcmumddd 8.170e+42 2.48  2.48  1.269e+41 0.191     22236 
TS.diHPCARP_I.15HPHshift.uppupuud 3.474e+43 3.81  3.81  5.818e+40 0.0877    22237 
TS.diHPCARP_I.15HPHshift.umtumddd 1.159e+43 3.16  3.16  5.809e+40 0.0876    22238 
Total                                                   6.634e+43 100       22239 
 22240 
 22241 
 22242 
(2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-Ia) 22243 
=============================================================== 22244 
 22245 
Population analysis at 300K. Vibrational scaling: 0.971.  22246 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22247 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22248 
%: contribution to the population (with current data set assumed 100%) 22249 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         22250 
-------------------------------------------------------------- 22251 
diHPCARP_I.tmmmpttmu 8.428e+42 0.00  0.00  8.428e+42 34.3      22252 
diHPCARP_I.mmmmpttmu 1.046e+43 0.72  0.72  3.134e+42 12.7      22253 
diHPCARP_I.tmmmptpmu 1.836e+43 1.63  1.63  1.198e+42 4.87      22254 
diHPCARP_I.tpmmpttmu 2.766e+43 1.92  1.92  1.113e+42 4.53      22255 
diHPCARP_I.mmmmptpmu 2.002e+43 1.78  1.78  1.015e+42 4.13      22256 
diHPCARP_I.pmmmpttmu 8.064e+42 1.25  1.25  9.953e+41 4.05      22257 
diHPCARP_I.tmmmptmpu 1.635e+43 1.70  1.70  9.437e+41 3.84      22258 
diHPCARP_I.tptmpttmu 4.955e+43 2.38  2.38  9.149e+41 3.72      22259 
diHPCARP_I.ppmmptmpu 1.556e+43 1.76  1.76  8.093e+41 3.29      22260 
diHPCARP_I.ptppmtpmu 1.425e+43 1.73  1.73  7.880e+41 3.2       22261 
diHPCARP_I.tpmmptmtu 3.231e+43 2.37  2.37  6.051e+41 2.46      22262 
diHPCARP_I.mmmmptmpu 1.446e+43 1.94  1.94  5.590e+41 2.27      22263 
diHPCARP_I.tpmmptmmu 2.318e+43 2.24  2.24  5.391e+41 2.19      22264 
diHPCARP_I.tptpmtppu 2.973e+43 2.46  2.46  4.787e+41 1.95      22265 
diHPCARP_I.tmtpmpppu 3.231e+43 2.59  2.59  4.211e+41 1.71      22266 
diHPCARP_I.tmmmptmtu 2.138e+43 2.38  2.38  3.974e+41 1.62      22267 
diHPCARP_I.mmtpmpppu 2.807e+43 2.55  2.55  3.908e+41 1.59      22268 
diHPCARP_I.tmmmpttpu 2.587e+43 2.53  2.53  3.725e+41 1.51      22269 
diHPCARP_I.pttpmtppu 7.607e+43 3.25  3.25  3.278e+41 1.33      22270 
diHPCARP_I.tmppmtpmu 2.267e+43 2.60  2.60  2.909e+41 1.18      22271 
diHPCARP_I.mmppmtpmu 3.522e+43 3.06  3.06  2.065e+41 0.84      22272 
diHPCARP_I.ptmmpttmu 7.082e+43 3.58  3.58  1.758e+41 0.715     22273 
diHPCARP_I.mmmtmpppu 1.897e+43 2.85  2.85  1.598e+41 0.65      22274 
diHPCARP_I.tmmtmpppu 1.690e+43 2.80  2.80  1.535e+41 0.624     22275 
diHPCARP_I.ptmmpmtpu 1.328e+44 4.27  4.27  1.024e+41 0.416     22276 
diHPCARP_I.pmmmptpmu 1.268e+43 3.10  3.10  7.038e+40 0.286     22277 
Total                                      2.459e+43 100       22278 
 22279 
 22280 
 22281 
(2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-Ib) 22282 
=============================================================== 22283 
 22284 
Population analysis at 300K. Vibrational scaling: 0.971.  22285 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22286 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22287 
%: contribution to the population (with current data set assumed 100%) 22288 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         22289 
--------------------------------------------------------------- 22290 
diHPCARP_Ib.ptppmpmmu 1.158e+43 0.00  0.00  1.158e+43 25.2      22291 
diHPCARP_Ib.pttmmtmmu 7.497e+43 1.27  1.27  8.962e+42 19.5      22292 
diHPCARP_Ib.pttmptmmu 1.005e+44 1.65  1.65  6.330e+42 13.8      22293 
diHPCARP_Ib.ptttptmmu 7.512e+43 2.11  2.11  2.165e+42 4.72      22294 
diHPCARP_Ib.ptppmtpmu 1.165e+43 1.06  1.06  1.980e+42 4.32      22295 
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diHPCARP_Ib.ptttmtmmu 7.804e+43 2.26  2.26  1.752e+42 3.82      22296 
diHPCARP_Ib.pttpptmmu 1.256e+44 2.57  2.57  1.680e+42 3.66      22297 
diHPCARP_Ib.pttpmtmmu 5.840e+43 2.23  2.23  1.394e+42 3.04      22298 
diHPCARP_Ib.ptppmttmu 3.302e+43 1.96  1.96  1.224e+42 2.67      22299 
diHPCARP_Ib.pptmppmpu 9.656e+43 2.75  2.75  9.609e+41 2.09      22300 
diHPCARP_Ib.pptmmpmpu 8.083e+43 2.65  2.65  9.474e+41 2.06      22301 
diHPCARP_Ib.ppmpmttmu 2.653e+43 2.11  2.11  7.668e+41 1.67      22302 
diHPCARP_Ib.pttmpttmu 1.184e+44 3.11  3.11  6.461e+41 1.41      22303 
diHPCARP_Ib.pptmpmtpu 2.264e+43 2.19  2.19  5.728e+41 1.25      22304 
diHPCARP_Ib.pppppptpu 6.517e+43 2.84  2.84  5.524e+41 1.2       22305 
diHPCARP_Ib.tmmpmmtmu 2.732e+43 2.51  2.51  4.061e+41 0.885     22306 
diHPCARP_Ib.ptmmmtmmu 3.954e+43 2.81  2.81  3.521e+41 0.767     22307 
diHPCARP_Ib.ptmtptmmu 1.104e+44 3.46  3.46  3.325e+41 0.725     22308 
diHPCARP_Ib.pmmmmmtpu 3.550e+43 2.80  2.80  3.235e+41 0.705     22309 
diHPCARP_Ib.ptmmptmmu 2.675e+43 2.66  2.66  3.074e+41 0.67      22310 
diHPCARP_Ib.ptmtmtmmu 1.983e+44 3.88  3.88  2.954e+41 0.644     22311 
diHPCARP_Ib.tmtmpmtmu 5.191e+43 3.11  3.11  2.811e+41 0.613     22312 
diHPCARP_Ib.ppppppmpu 6.266e+43 3.24  3.24  2.751e+41 0.6       22313 
diHPCARP_Ib.tmmpmmmmu 2.713e+43 2.83  2.83  2.353e+41 0.513     22314 
diHPCARP_Ib.pptmpttmu 3.179e+43 2.96  2.96  2.236e+41 0.487     22315 
diHPCARP_Ib.tmmmmmtmu 7.286e+43 3.50  3.50  2.065e+41 0.45      22316 
diHPCARP_Ib.mmmmpttmu 2.944e+43 3.05  3.05  1.773e+41 0.386     22317 
diHPCARP_Ib.mmmmptmmu 2.804e+43 3.16  3.16  1.388e+41 0.302     22318 
diHPCARP_Ib.pmmmmmmpu 3.940e+43 3.40  3.40  1.308e+41 0.285     22319 
diHPCARP_Ib.ppmmpttmu 2.255e+43 3.07  3.07  1.306e+41 0.285     22320 
diHPCARP_Ib.pmppmpppu 2.834e+43 3.50  3.50  8.030e+40 0.175     22321 
diHPCARP_Ib.ptmpmmmmu 4.866e+43 3.84  3.84  7.750e+40 0.169     22322 
diHPCARP_Ib.ptpmpmmmu 1.998e+43 3.36  3.36  7.132e+40 0.155     22323 
diHPCARP_Ib.tmppmmpmu 1.794e+43 3.43  3.43  5.668e+40 0.124     22324 
diHPCARP_Ib.ptpmptmmu 1.718e+43 3.44  3.44  5.404e+40 0.118     22325 
diHPCARP_Ib.tpmmpmmmu 1.221e+43 3.27  3.27  5.058e+40 0.11      22326 
diHPCARP_Ib.ptmpptmmu 4.616e+43 4.07  4.07  5.012e+40 0.109     22327 
diHPCARP_Ib.ppmmpmmpu 1.026e+43 3.17  3.17  5.004e+40 0.109     22328 
diHPCARP_Ib.ppmpmtmmu 1.586e+43 3.55  3.55  4.114e+40 0.0897    22329 
diHPCARP_Ib.ppmpmtpmu 1.143e+43 3.83  3.83  1.860e+40 0.0405    22330 
Total                                       4.588e+43 100       22331 
 22332 
 22333 
 22334 
(2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-Ic) 22335 
=============================================================== 22336 
 22337 
Population analysis at 300K. Vibrational scaling: 0.971.  22338 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22339 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22340 
%: contribution to the population (with current data set assumed 100%) 22341 
Compound              Qtot      Erel  Erel2 n*Q*MB    %         22342 
--------------------------------------------------------------- 22343 
diHPCARP_Ic.tmtpmpppu 3.952e+43 0.00  0.00  3.952e+43 44.5      22344 
diHPCARP_Ic.pmmmpmtmu 2.063e+43 0.85  0.85  4.926e+42 5.54      22345 
diHPCARP_Ic.pmtpppppu 2.091e+43 0.91  0.91  4.562e+42 5.13      22346 
diHPCARP_Ic.pttpmtppu 1.867e+43 0.91  0.91  4.080e+42 4.59      22347 
diHPCARP_Ic.tmmmmmtmu 2.883e+43 1.19  1.19  3.937e+42 4.43      22348 
diHPCARP_Ic.pttmmtmmu 7.946e+43 1.90  1.90  3.293e+42 3.7       22349 
diHPCARP_Ic.ptmmmttmu 2.295e+43 1.21  1.21  3.009e+42 3.39      22350 
diHPCARP_Ic.ptttmtmmu 8.369e+43 2.19  2.19  2.132e+42 2.4       22351 
diHPCARP_Ic.pttpmtmmu 8.339e+43 2.36  2.36  1.591e+42 1.79      22352 
diHPCARP_Ic.ptppmtmmu 8.868e+43 2.40  2.40  1.583e+42 1.78      22353 
diHPCARP_Ic.pttmmtmpu 5.802e+43 2.16  2.16  1.560e+42 1.75      22354 
diHPCARP_Ic.ptttmtmpu 7.473e+43 2.33  2.33  1.491e+42 1.68      22355 
diHPCARP_Ic.tptmmppmu 5.217e+43 2.14  2.14  1.442e+42 1.62      22356 
diHPCARP_Ic.pptppmppu 1.157e+43 1.25  1.25  1.417e+42 1.59      22357 
diHPCARP_Ic.tmttmpppu 1.933e+44 2.94  2.94  1.397e+42 1.57      22358 
diHPCARP_Ic.tmtmmpppu 5.658e+43 2.25  2.25  1.298e+42 1.46      22359 
diHPCARP_Ic.pptmpmtmu 5.702e+43 2.35  2.35  1.111e+42 1.25      22360 
diHPCARP_Ic.pptpmtppu 1.364e+43 1.58  1.58  9.708e+41 1.09      22361 
diHPCARP_Ic.pttpmtmpu 8.561e+43 2.75  2.75  8.538e+41 0.961     22362 
diHPCARP_Ic.pptppmtmu 5.323e+43 2.47  2.47  8.431e+41 0.949     22363 
diHPCARP_Ic.pppppmpmu 2.514e+43 2.03  2.03  8.280e+41 0.932     22364 
diHPCARP_Ic.ppppmttpu 7.106e+43 2.67  2.67  8.038e+41 0.904     22365 
diHPCARP_Ic.tpppmmpmu 5.801e+43 2.68  2.68  6.452e+41 0.726     22366 
diHPCARP_Ic.tpppmppmu 6.716e+43 2.79  2.79  6.195e+41 0.697     22367 
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diHPCARP_Ic.pptmpmpmu 1.286e+44 3.26  3.26  5.447e+41 0.613     22368 
diHPCARP_Ic.ppmmmttmu 3.922e+43 2.65  2.65  4.575e+41 0.515     22369 
diHPCARP_Ic.pttmmtppu 9.890e+43 3.23  3.23  4.404e+41 0.495     22370 
diHPCARP_Ic.ppppmpmpu 5.830e+43 2.94  2.94  4.226e+41 0.475     22371 
diHPCARP_Ic.pttmmtpmu 4.006e+43 2.79  2.79  3.730e+41 0.42      22372 
diHPCARP_Ic.ppptpmpmu 4.589e+43 3.02  3.02  2.898e+41 0.326     22373 
diHPCARP_Ic.pppppmmpu 1.533e+43 2.38  2.38  2.844e+41 0.32      22374 
diHPCARP_Ic.ptmtmtmpu 7.717e+43 3.39  3.39  2.617e+41 0.294     22375 
diHPCARP_Ic.pmtmppppu 4.094e+43 3.02  3.02  2.583e+41 0.291     22376 
diHPCARP_Ic.mmtpmpppu 4.230e+43 3.06  3.06  2.488e+41 0.28      22377 
diHPCARP_Ic.mttpptppu 1.772e+43 2.66  2.66  2.046e+41 0.23      22378 
diHPCARP_Ic.pmmmpmppu 2.430e+43 2.94  2.94  1.753e+41 0.197     22379 
diHPCARP_Ic.ptmmmtmpu 6.894e+43 3.60  3.60  1.635e+41 0.184     22380 
diHPCARP_Ic.tmmmmmppu 2.666e+43 3.10  3.10  1.464e+41 0.165     22381 
diHPCARP_Ic.mptpptppu 1.608e+43 2.82  2.82  1.408e+41 0.158     22382 
diHPCARP_Ic.mtmmpttmu 2.083e+43 3.04  3.04  1.273e+41 0.143     22383 
diHPCARP_Ic.pmpmmtpmu 3.607e+43 3.54  3.54  9.490e+40 0.107     22384 
diHPCARP_Ic.pmppmtpmu 1.949e+43 3.20  3.20  9.139e+40 0.103     22385 
diHPCARP_Ic.mmtmptpmu 4.199e+43 3.67  3.67  8.951e+40 0.101     22386 
diHPCARP_Ic.mmppptpmu 4.407e+43 3.74  3.74  8.364e+40 0.0941    22387 
diHPCARP_Ic.ptmmmtppu 2.550e+43 3.78  3.78  4.503e+40 0.0507    22388 
diHPCARP_Ic.tmmtmtmpu 7.957e+43 4.66  4.66  3.184e+40 0.0358    22389 
Total                                       8.889e+43 100       22390 
 22391 
 22392 
 22393 
1,4-aldehyde-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-22394 
Ia) 22395 
======================================================================================22396 
= 22397 
 22398 
Population analysis at 300K. Vibrational scaling: 0.971.  22399 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22400 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22401 
%: contribution to the population (with current data set assumed 100%) 22402 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         22403 
--------------------------------------------------------------------------- 22404 
TS.diHPCARP_I.14aldHshift.ttmmmpu 6.607e+42 0.00  0.00  6.607e+42 39.1      22405 
TS.diHPCARP_I.14aldHshift.tppppmu 9.907e+42 1.16  1.16  1.405e+42 8.31      22406 
TS.diHPCARP_I.14aldHshift.mmpmmpu 1.095e+43 1.23  1.23  1.392e+42 8.23      22407 
TS.diHPCARP_I.14aldHshift.mpmpppu 4.089e+43 2.29  2.29  8.746e+41 5.17      22408 
TS.diHPCARP_I.14aldHshift.tmmppmu 1.286e+43 1.64  1.64  8.215e+41 4.86      22409 
TS.diHPCARP_I.14aldHshift.tpptpmu 1.675e+43 1.94  1.94  6.431e+41 3.8       22410 
TS.diHPCARP_I.14aldHshift.ttmtppu 1.937e+44 3.43  3.43  6.173e+41 3.65      22411 
TS.diHPCARP_I.14aldHshift.mtppppu 2.316e+44 3.61  3.61  5.438e+41 3.22      22412 
TS.diHPCARP_I.14aldHshift.mtmmmpu 1.364e+43 1.95  1.95  5.151e+41 3.05      22413 
TS.diHPCARP_I.14aldHshift.mmppppu 3.410e+43 2.69  2.69  3.714e+41 2.2       22414 
TS.diHPCARP_I.14aldHshift.ttpmmpu 1.788e+43 2.39  2.39  3.257e+41 1.93      22415 
TS.diHPCARP_I.14aldHshift.mtmtmpu 2.739e+43 2.69  2.69  2.996e+41 1.77      22416 
TS.diHPCARP_I.14aldHshift.ttmppmu 2.528e+43 2.72  2.72  2.641e+41 1.56      22417 
TS.diHPCARP_I.14aldHshift.tpptmmu 8.332e+43 3.47  3.47  2.465e+41 1.46      22418 
TS.diHPCARP_I.14aldHshift.tmmmmpu 1.395e+43 2.43  2.43  2.385e+41 1.41      22419 
TS.diHPCARP_I.14aldHshift.ttmmmmu 2.583e+43 2.80  2.80  2.353e+41 1.39      22420 
TS.diHPCARP_I.14aldHshift.tpptppu 2.369e+43 2.78  2.78  2.238e+41 1.32      22421 
TS.diHPCARP_I.14aldHshift.mmmmmpu 1.147e+43 2.36  2.36  2.202e+41 1.3       22422 
TS.diHPCARP_I.14aldHshift.mmpmpmu 1.060e+43 2.31  2.31  2.199e+41 1.3       22423 
TS.diHPCARP_I.14aldHshift.ttpppmu 1.968e+43 2.77  2.77  1.904e+41 1.13      22424 
TS.diHPCARP_I.14aldHshift.tptmmpu 6.164e+42 2.08  2.08  1.892e+41 1.12      22425 
TS.diHPCARP_I.14aldHshift.tpppmpu 1.077e+43 2.67  2.67  1.220e+41 0.722     22426 
TS.diHPCARP_I.14aldHshift.tpmpmpu 1.060e+43 2.68  2.68  1.188e+41 0.703     22427 
TS.diHPCARP_I.14aldHshift.ttmtmpu 4.072e+43 3.48  3.48  1.184e+41 0.7       22428 
TS.diHPCARP_I.14aldHshift.tpmmmpu 1.545e+43 3.00  3.00  1.016e+41 0.601     22429 
Total                                                   1.690e+43 100       22430 
 22431 
 22432 
 22433 
1,5-aldehyde-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-22434 
Ib) 22435 
======================================================================================22436 
= 22437 
 22438 
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Note: both enantiomers (R,R and S,S) were calculated at the M06-2X/cc-pVDZ level based 22439 
on  22440 
a different template, to check the robustness of the conformer space search. As can be 22441 
seen, 22442 
most conformers are found in both enantiomers, though some higher-energy conformers 22443 
are 22444 
missing in either the R,R or S,S set. The impact on the rate predictions was 22445 
found to be negligible. At the M06-02X/aug-cc-pVTZ level of theory, only a single set 22446 
of 22447 
enantiomers was calculated. 22448 
Population analysis at 300K. Vibrational scaling: 0.971.  22449 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22450 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22451 
%: contribution to the population (with current data set assumed 100%) 22452 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22453 
----------------------------------------------------------------------------- 22454 
TS.diHPCARP_Ib.15aldHshift.upuppudd 1.380e+43 0.18  0.18  1.027e+43 24.5      22455 
TS.diHPCARP_Ib.15aldHshift.umdmmudd 7.662e+42 0.00  0.00  7.662e+42 18.3      22456 
TS.diHPCARP_Ib.15aldHshift.utuppduu 8.593e+42 0.42  0.42  4.278e+42 10.2      22457 
TS.diHPCARP_Ib.15aldHshift.utdtpduu 5.653e+43 1.57  1.57  4.082e+42 9.75      22458 
TS.diHPCARP_Ib.15aldHshift.utdttudd 2.630e+43 1.41  1.41  2.479e+42 5.92      22459 
TS.diHPCARP_Ib.15aldHshift.utupmuuu 9.121e+42 0.86  0.86  2.154e+42 5.15      22460 
TS.diHPCARP_Ib.15aldHshift.umdtmudd 2.821e+43 1.76  1.76  1.481e+42 3.54      22461 
TS.diHPCARP_Ib.15aldHshift.utummduu 5.666e+43 2.21  2.21  1.385e+42 3.31      22462 
TS.diHPCARP_Ib.15aldHshift.upuptddd 1.943e+43 1.58  1.58  1.381e+42 3.3       22463 
TS.diHPCARP_Ib.15aldHshift.umdtmddd 4.487e+43 2.17  2.17  1.176e+42 2.81      22464 
TS.diHPCARP_Ib.15aldHshift.utummudd 5.481e+42 1.13  1.13  8.195e+41 1.96      22465 
TS.diHPCARP_Ib.15aldHshift.umdtpddd 1.845e+43 1.87  1.87  7.992e+41 1.91      22466 
TS.diHPCARP_Ib.15aldHshift.utdppudd 1.500e+43 1.81  1.81  7.172e+41 1.71      22467 
TS.diHPCARP_Ib.15aldHshift.uputmudd 4.961e+43 2.64  2.64  5.936e+41 1.42      22468 
TS.diHPCARP_Ib.15aldHshift.umdmpudd 3.349e+43 2.48  2.48  5.244e+41 1.25      22469 
TS.diHPCARP_Ib.15aldHshift.umdmtddd 5.362e+42 1.44  1.44  4.780e+41 1.14      22470 
TS.diHPCARP_Ib.15aldHshift.updmmudd 1.093e+43 1.90  1.90  4.534e+41 1.08      22471 
TS.diHPCARP_Ib.15aldHshift.utdmmudd 4.911e+42 1.80  1.80  2.398e+41 0.573     22472 
TS.diHPCARP_Ib.15aldHshift.upupmudd 8.325e+42 2.14  2.14  2.312e+41 0.552     22473 
TS.diHPCARP_Ib.15aldHshift.utuppuuu 8.486e+42 2.21  2.21  2.096e+41 0.501     22474 
TS.diHPCARP_Ib.15aldHshift.updmtddd 8.898e+42 2.34  2.34  1.754e+41 0.419     22475 
TS.diHPCARP_Ib.15aldHshift.utdppddd 7.469e+42 2.39  2.39  1.353e+41 0.323     22476 
TS.diHPCARP_Ib.15aldHshift.umdppduu 8.288e+42 2.86  2.86  6.840e+40 0.163     22477 
TS.diHPCARP_Ib.15aldHshift.upumpddd 6.823e+42 2.82  2.82  6.025e+40 0.144     22478 
Total                                                     4.186e+43 100       22479 
 22480 
 22481 
 22482 
1,6-aldehyde-H-shift in (2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-22483 
Ic) 22484 
======================================================================================22485 
= 22486 
 22487 
Population analysis at 300K. Vibrational scaling: 0.971.  22488 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22489 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22490 
%: contribution to the population (with current data set assumed 100%) 22491 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22492 
----------------------------------------------------------------------------- 22493 
TS.diHPCARP_Ic.16aldHshift.a.pmtmud 6.737e+42 0.00  0.00  6.737e+42 46.5      22494 
TS.diHPCARP_Ic.16aldHshift.b.pmtmud 6.862e+42 0.66  0.66  2.265e+42 15.6      22495 
TS.diHPCARP_Ic.16aldHshift.a.pmmmud 1.902e+43 1.44  1.44  1.706e+42 11.8      22496 
TS.diHPCARP_Ic.16aldHshift.a.mptmud 7.452e+42 1.06  1.06  1.253e+42 8.66      22497 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdu 1.205e+43 1.92  1.92  4.798e+41 3.31      22498 
TS.diHPCARP_Ic.16aldHshift.b.mptmud 7.069e+42 1.92  1.92  2.820e+41 1.95      22499 
TS.diHPCARP_Ic.16aldHshift.e.pptmud 5.857e+42 1.82  1.82  2.779e+41 1.92      22500 
TS.diHPCARP_Ic.16aldHshift.b.pmppud 6.102e+42 1.98  1.98  2.214e+41 1.53      22501 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdu 4.268e+43 3.20  3.20  2.002e+41 1.38      22502 
TS.diHPCARP_Ic.16aldHshift.a.mpmmud 1.965e+43 2.85  2.85  1.662e+41 1.15      22503 
TS.diHPCARP_Ic.16aldHshift.a.pptmud 5.882e+42 2.23  2.23  1.401e+41 0.968     22504 
TS.diHPCARP_Ic.16aldHshift.a.ppmpdu 9.226e+42 2.50  2.50  1.396e+41 0.964     22505 
TS.diHPCARP_Ic.16aldHshift.e.pptpud 7.688e+42 2.49  2.49  1.178e+41 0.813     22506 
TS.diHPCARP_Ic.16aldHshift.a.pmpmud 1.896e+43 3.15  3.15  9.658e+40 0.667     22507 
TS.diHPCARP_Ic.16aldHshift.a.pmppud 1.160e+43 2.86  2.86  9.612e+40 0.664     22508 
TS.diHPCARP_Ic.16aldHshift.a.tmmpdu 9.360e+42 2.96  2.96  6.561e+40 0.453     22509 
TS.diHPCARP_Ic.16aldHshift.a.pppmdu 3.377e+43 3.95  3.95  4.493e+40 0.31      22510 
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TS.diHPCARP_Ic.16aldHshift.b.ppppud 4.893e+42 2.80  2.80  4.489e+40 0.31      22511 
TS.diHPCARP_Ic.16aldHshift.a.pptpud 7.907e+42 3.13  3.13  4.176e+40 0.288     22512 
TS.diHPCARP_Ic.16aldHshift.a.pmppdu 3.632e+43 4.11  4.11  3.654e+40 0.252     22513 
TS.diHPCARP_Ic.16aldHshift.a.pmmmdu 3.166e+43 4.45  4.45  1.816e+40 0.125     22514 
TS.diHPCARP_Ic.16aldHshift.a.mpmpdu 7.236e+42 3.61  3.61  1.706e+40 0.118     22515 
TS.diHPCARP_Ic.16aldHshift.b.mpppud 6.912e+42 3.60  3.60  1.646e+40 0.114     22516 
TS.diHPCARP_Ic.16aldHshift.e.pmmpdu 1.694e+43 4.44  4.44  9.791e+39 0.0676    22517 
TS.diHPCARP_Ic.16aldHshift.e.mpmpdu 5.903e+42 4.28  4.28  4.514e+39 0.0312    22518 
Total                                                     1.448e+43 100       22519 
 22520 
 22521 
 22522 
1,6-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-22523 
HPCARP-Ia), forming B' (di-HPCARP-Ib) 22524 
======================================================================================22525 
================================= 22526 
 22527 
Population analysis at 300K. Vibrational scaling: 0.971.  22528 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22529 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22530 
%: contribution to the population (with current data set assumed 100%) 22531 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         22532 
---------------------------------------------------------------------------- 22533 
TS.diHPCARP_I.16OOHHshift.b.lmmpdu 3.725e+42 0.00  0.00  3.725e+42 92.5      22534 
TS.diHPCARP_I.16OOHHshift.b.hppmud 3.044e+42 2.14  2.14  8.438e+40 2.1       22535 
TS.diHPCARP_I.16OOHHshift.a.tpppud 1.594e+43 3.31  3.31  6.225e+40 1.55      22536 
TS.diHPCARP_I.16OOHHshift.b.ttmpdu 1.888e+43 3.44  3.44  5.899e+40 1.47      22537 
TS.diHPCARP_I.16OOHHshift.b.tmpmdu 6.185e+42 2.96  2.96  4.307e+40 1.07      22538 
TS.diHPCARP_I.16OOHHshift.b.lppmdu 1.128e+43 3.69  3.69  2.331e+40 0.579     22539 
TS.diHPCARP_I.16OOHHshift.a.ttmpud 1.275e+43 3.94  3.94  1.706e+40 0.424     22540 
TS.diHPCARP_I.16OOHHshift.b.lpppdu 1.622e+43 4.66  4.66  6.570e+39 0.163     22541 
TS.diHPCARP_I.16OOHHshift.a.lmmpdu 6.360e+42 4.29  4.29  4.762e+39 0.118     22542 
Total                                                    4.025e+42 100       22543 
 22544 
 22545 
 22546 
1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-22547 
HPCARP-Ia), forming C' (di-HPCARP-Ic) 22548 
======================================================================================22549 
================================= 22550 
 22551 
Population analysis at 300K. Vibrational scaling: 0.971.  22552 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22553 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22554 
%: contribution to the population (with current data set assumed 100%) 22555 
Compound                           Qtot      Erel  Erel2 n*Q*MB    %         22556 
---------------------------------------------------------------------------- 22557 
TS.diHPCARP_I.17OOHHshift.BB.tmuud 7.055e+42 0.00  0.00  7.055e+42 46.9      22558 
TS.diHPCARP_I.17OOHHshift.BB.ttddu 1.269e+43 0.65  0.65  4.267e+42 28.4      22559 
TS.diHPCARP_I.17OOHHshift.BB.ttudu 1.097e+43 0.99  0.99  2.070e+42 13.8      22560 
TS.diHPCARP_I.17OOHHshift.BB.htdud 2.185e+43 2.59  2.59  2.849e+41 1.89      22561 
TS.diHPCARP_I.17OOHHshift.BB.ttuud 3.101e+43 2.82  2.82  2.739e+41 1.82      22562 
TS.diHPCARP_I.17OOHHshift.CR.hpddu 4.723e+42 1.70  1.70  2.728e+41 1.81      22563 
TS.diHPCARP_I.17OOHHshift.BB.mmdud 6.497e+42 2.19  2.19  1.653e+41 1.1       22564 
TS.diHPCARP_I.17OOHHshift.BB.tmudu 2.330e+42 1.68  1.68  1.394e+41 0.926     22565 
TS.diHPCARP_I.17OOHHshift.BB.ltuud 1.559e+43 2.84  2.84  1.331e+41 0.885     22566 
TS.diHPCARP_I.17OOHHshift.BB.lmddu 1.043e+43 2.69  2.69  1.136e+41 0.755     22567 
TS.diHPCARP_I.17OOHHshift.BB.tpdud 5.503e+42 2.39  2.39  9.941e+40 0.661     22568 
TS.diHPCARP_I.17OOHHshift.BB.ltdud 1.714e+43 3.19  3.19  8.189e+40 0.544     22569 
TS.diHPCARP_I.17OOHHshift.BB.lpuud 1.231e+43 3.00  3.00  8.059e+40 0.535     22570 
TS.diHPCARP_I.17OOHHshift.BB.cmudu 2.420e+42 3.13  3.13  1.270e+40 0.0844    22571 
Total                                                    1.505e+43 100       22572 
 22573 
 22574 
 22575 
1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-22576 
HPCARP-Ib), forming C' (di-HPCARP-Ic) 22577 
======================================================================================22578 
================================= 22579 
 22580 
Population analysis at 300K. Vibrational scaling: 0.971.  22581 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22582 
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n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22583 
%: contribution to the population (with current data set assumed 100%) 22584 
Compound                            Qtot      Erel  Erel2 n*Q*MB    %         22585 
----------------------------------------------------------------------------- 22586 
TS.diHPCARP_Ib.16OOHHshift.b.cppmud 3.170e+43 0.63  0.63  1.109e+43 20.2      22587 
TS.diHPCARP_Ib.16OOHHshift.a.cppmud 1.544e+43 0.42  0.42  7.608e+42 13.9      22588 
TS.diHPCARP_Ib.16OOHHshift.a.lttmud 1.453e+43 0.50  0.50  6.288e+42 11.5      22589 
TS.diHPCARP_Ib.16OOHHshift.b.pmpmud 6.225e+42 0.00  0.00  6.225e+42 11.4      22590 
TS.diHPCARP_Ib.16OOHHshift.b.lttmud 1.359e+43 0.67  0.67  4.439e+42 8.09      22591 
TS.diHPCARP_Ib.16OOHHshift.b.ltppud 1.070e+43 0.53  0.53  4.379e+42 7.99      22592 
TS.diHPCARP_Ib.16OOHHshift.a.lmppud 6.043e+42 0.46  0.46  2.792e+42 5.09      22593 
TS.diHPCARP_Ib.16OOHHshift.a.httpdu 4.274e+42 0.33  0.33  2.448e+42 4.47      22594 
TS.diHPCARP_Ib.16OOHHshift.b.cmpmud 1.410e+43 1.06  1.06  2.378e+42 4.34      22595 
TS.diHPCARP_Ib.16OOHHshift.a.ltppud 9.452e+42 0.97  0.97  1.871e+42 3.41      22596 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpdu 5.683e+42 0.81  0.81  1.452e+42 2.65      22597 
TS.diHPCARP_Ib.16OOHHshift.b.lmppud 8.776e+42 1.13  1.13  1.321e+42 2.41      22598 
TS.diHPCARP_Ib.16OOHHshift.a.cmpmud 1.005e+43 1.38  1.38  9.995e+41 1.82      22599 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmud 9.776e+42 1.63  1.63  6.313e+41 1.15      22600 
TS.diHPCARP_Ib.16OOHHshift.b.pmmpud 1.113e+43 1.93  1.93  4.400e+41 0.802     22601 
TS.diHPCARP_Ib.16OOHHshift.b.lmtmud 1.470e+43 2.10  2.10  4.321e+41 0.788     22602 
TS.diHPCARP_Ib.16OOHHshift.a.ltppdu 1.490e+43 3.45  3.45  4.568e+40 0.0833    22603 
Total                                                     5.484e+43 100       22604 
 22605 
 22606 
 22607 
1,4-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-22608 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 22609 
======================================================================================22610 
======================================================== 22611 
 22612 
Population analysis at 300K. Vibrational scaling: 0.971.  22613 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22614 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22615 
%: contribution to the population (with current data set assumed 100%) 22616 
Compound                         Qtot      Erel  Erel2 n*Q*MB    %         22617 
-------------------------------------------------------------------------- 22618 
TS.diHPCARP_I.14HPHshift.mtppptd 4.550e+42 0.00  0.00  4.550e+42 94.8      22619 
TS.diHPCARP_I.14HPHshift.mttmmtd 3.146e+43 3.00  3.00  2.043e+41 4.25      22620 
TS.diHPCARP_I.14HPHshift.mptmmtd 1.785e+43 3.93  3.93  2.446e+40 0.509     22621 
TS.diHPCARP_I.14HPHshift.mppmmtd 1.291e+43 3.78  3.78  2.267e+40 0.472     22622 
Total                                                  4.801e+42 100       22623 
 22624 
 22625 
 22626 
1,5-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,R-22627 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 22628 
======================================================================================22629 
===================================================== 22630 
 22631 
Population analysis at 300K. Vibrational scaling: 0.971.  22632 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22633 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22634 
%: contribution to the population (with current data set assumed 100%) 22635 
Compound                          Qtot      Erel  Erel2 n*Q*MB    %         22636 
--------------------------------------------------------------------------- 22637 
TS.diHPCARP_I.15HPHshift.dmmdmudu 4.206e+43 0.27  0.27  2.653e+43 30.7      22638 
TS.diHPCARP_I.15HPHshift.dmpumudu 9.276e+43 1.19  1.19  1.261e+43 14.6      22639 
TS.diHPCARP_I.15HPHshift.dmpdmudu 1.153e+44 1.34  1.34  1.216e+43 14.1      22640 
TS.diHPCARP_I.15HPHshift.dcmumudu 8.863e+43 1.54  1.54  6.731e+42 7.78      22641 
TS.diHPCARP_I.15HPHshift.dmpupudu 2.831e+43 1.12  1.12  4.314e+42 4.99      22642 
TS.diHPCARP_I.15HPHshift.dmtdpuuu 3.618e+42 0.00  0.00  3.618e+42 4.18      22643 
TS.diHPCARP_I.15HPHshift.dmmdtddu 6.638e+42 0.37  0.37  3.569e+42 4.12      22644 
TS.diHPCARP_I.15HPHshift.dctdmudu 1.067e+44 2.14  2.14  2.932e+42 3.39      22645 
TS.diHPCARP_I.15HPHshift.dmpdpudu 2.633e+43 1.37  1.37  2.645e+42 3.06      22646 
TS.diHPCARP_I.15HPHshift.dmmdpudu 1.164e+43 1.14  1.14  1.714e+42 1.98      22647 
TS.diHPCARP_I.15HPHshift.dmtdpddu 6.539e+43 2.34  2.34  1.286e+42 1.49      22648 
TS.diHPCARP_I.15HPHshift.dctumudu 1.609e+44 2.96  2.96  1.116e+42 1.29      22649 
TS.diHPCARP_I.15HPHshift.dmmdpddu 1.834e+43 1.69  1.69  1.082e+42 1.25      22650 
TS.diHPCARP_I.15HPHshift.dmmupddu 3.080e+43 2.05  2.05  9.897e+41 1.14      22651 
TS.diHPCARP_I.15HPHshift.dcmupddu 3.053e+43 2.05  2.05  9.745e+41 1.13      22652 
TS.diHPCARP_I.15HPHshift.dmpdtddu 1.681e+43 1.90  1.90  6.910e+41 0.799     22653 
TS.diHPCARP_I.15HPHshift.dmputddu 1.700e+43 1.92  1.92  6.815e+41 0.788     22654 
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TS.diHPCARP_I.15HPHshift.dmmupudu 1.649e+43 1.91  1.91  6.721e+41 0.777     22655 
TS.diHPCARP_I.15HPHshift.dmmutddu 1.544e+43 1.93  1.93  6.107e+41 0.706     22656 
TS.diHPCARP_I.15HPHshift.dmtdtddu 1.199e+43 2.01  2.01  4.096e+41 0.473     22657 
TS.diHPCARP_I.15HPHshift.dmmdtudu 4.230e+43 2.81  2.81  3.824e+41 0.442     22658 
TS.diHPCARP_I.15HPHshift.dmmupuuu 8.892e+42 1.93  1.93  3.481e+41 0.402     22659 
TS.diHPCARP_I.15HPHshift.dcpdpudu 2.138e+43 3.02  3.02  1.342e+41 0.155     22660 
TS.diHPCARP_I.15HPHshift.dcpdpddu 2.012e+43 3.08  3.08  1.156e+41 0.134     22661 
TS.diHPCARP_I.15HPHshift.dmpupuuu 3.003e+42 2.12  2.12  8.531e+40 0.0986    22662 
TS.diHPCARP_I.15HPHshift.dmputduu 6.164e+42 2.58  2.58  8.115e+40 0.0938    22663 
TS.diHPCARP_I.15HPHshift.dcmutduu 3.521e+42 2.52  2.52  5.129e+40 0.0593    22664 
Total                                                   8.654e+43 100       22665 
 22666 
 22667 
 22668 
################################################################################# 22669 
M06-2X/aug-cc-pVTZ data for tri-HPACYL-I 22670 
################################################################################# 22671 
 22672 
(2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 22673 
========================================================= 22674 
 22675 
Population analysis at 300K. Vibrational scaling: 0.971.  22676 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22677 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22678 
%: contribution to the population (with current data set assumed 100%) 22679 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         22680 
-------------------------------------------------------------- 22681 
triHPacyl.tmmmmtmppd 2.982e+43 0.00  0.00  2.982e+43 10.5      22682 
triHPacyl.ppmmmptmmd 1.084e+44 1.29  1.29  1.236e+43 4.34      22683 
triHPacyl.ppmmmtpmmd 1.083e+44 1.29  1.29  1.233e+43 4.33      22684 
triHPacyl.ppmmptmppd 1.393e+43 0.11  0.11  1.155e+43 4.05      22685 
triHPacyl.pptmpttmpd 2.426e+44 1.85  1.85  1.092e+43 3.83      22686 
triHPacyl.pptppttmmd 1.620e+44 1.66  1.66  1.007e+43 3.53      22687 
triHPacyl.pptmptpmpd 1.676e+44 1.70  1.70  9.691e+42 3.4       22688 
triHPacyl.ppmmpppmpd 2.270e+43 0.52  0.52  9.427e+42 3.31      22689 
triHPacyl.pppppttmmd 1.806e+44 1.91  1.91  7.306e+42 2.56      22690 
triHPacyl.tmmmmmmppd 3.510e+43 0.98  0.98  6.770e+42 2.37      22691 
triHPacyl.ppmmptpmpd 3.165e+43 0.93  0.93  6.635e+42 2.33      22692 
triHPacyl.pptmpppmpd 1.008e+44 1.65  1.65  6.306e+42 2.21      22693 
triHPacyl.pmmmptmppd 2.214e+43 0.75  0.75  6.305e+42 2.21      22694 
triHPacyl.ttmmmmpmmd 2.422e+44 2.21  2.21  5.969e+42 2.09      22695 
triHPacyl.tmtmmttpmd 3.173e+44 2.42  2.42  5.515e+42 1.93      22696 
triHPacyl.pppppttpmd 4.949e+43 1.31  1.31  5.454e+42 1.91      22697 
triHPacyl.ppppptpmmd 1.476e+44 1.97  1.97  5.406e+42 1.9       22698 
triHPacyl.pptmptmmpd 4.861e+43 1.39  1.39  4.745e+42 1.66      22699 
triHPacyl.ppmmppmppd 1.804e+43 0.80  0.80  4.733e+42 1.66      22700 
triHPacyl.pppppptpmd 3.462e+43 1.19  1.19  4.677e+42 1.64      22701 
triHPacyl.tmtmmtmmpd 5.831e+43 1.51  1.51  4.665e+42 1.64      22702 
triHPacyl.tmmmmtmmpd 6.068e+43 1.53  1.53  4.643e+42 1.63      22703 
triHPacyl.tmmmmmmpmd 7.074e+43 1.65  1.65  4.431e+42 1.55      22704 
triHPacyl.pppppptppd 6.418e+43 1.64  1.64  4.130e+42 1.45      22705 
triHPacyl.pptppttpmd 5.524e+43 1.56  1.56  4.056e+42 1.42      22706 
triHPacyl.pppppttppd 8.832e+43 1.84  1.84  4.042e+42 1.42      22707 
triHPacyl.tpmmmmpmpd 2.751e+43 1.17  1.17  3.893e+42 1.37      22708 
triHPacyl.pptmpttpmd 9.848e+43 1.95  1.95  3.733e+42 1.31      22709 
triHPacyl.tmtpmttpmd 7.804e+43 1.83  1.83  3.627e+42 1.27      22710 
triHPacyl.ppmmpmppmd 6.873e+43 1.80  1.80  3.369e+42 1.18      22711 
triHPacyl.pptmppmmpd 3.098e+43 1.34  1.34  3.249e+42 1.14      22712 
triHPacyl.pmtmpttpmd 2.013e+44 2.48  2.48  3.168e+42 1.11      22713 
triHPacyl.pptppptpmd 3.519e+43 1.46  1.46  3.064e+42 1.07      22714 
triHPacyl.pptpptmmmd 4.111e+43 1.61  1.61  2.782e+42 0.976     22715 
triHPacyl.tpmmmtmppd 1.948e+43 1.19  1.19  2.646e+42 0.928     22716 
triHPacyl.tmmmmtpmpd 5.325e+43 1.80  1.80  2.594e+42 0.91      22717 
triHPacyl.pppppppmmd 6.569e+43 1.95  1.95  2.503e+42 0.878     22718 
triHPacyl.pmmmpmmppd 2.080e+43 1.28  1.28  2.435e+42 0.854     22719 
triHPacyl.tmtmmmmmpd 3.693e+43 1.68  1.68  2.192e+42 0.769     22720 
triHPacyl.ptmmpppmmd 1.015e+44 2.30  2.30  2.135e+42 0.749     22721 
triHPacyl.pmppmttpmd 2.261e+43 1.41  1.41  2.124e+42 0.745     22722 
triHPacyl.mttpptmppd 4.771e+43 1.87  1.87  2.073e+42 0.727     22723 
triHPacyl.pmtmptmmpd 3.025e+43 1.63  1.63  1.976e+42 0.693     22724 
triHPacyl.ptmmpmmpmd 3.383e+43 1.73  1.73  1.872e+42 0.657     22725 
triHPacyl.pmmmpmmpmd 4.693e+43 1.96  1.96  1.750e+42 0.614     22726 
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triHPacyl.ppmpmtpmmd 3.621e+43 1.82  1.82  1.711e+42 0.6       22727 
triHPacyl.tpmmmtpmpd 3.436e+43 1.80  1.80  1.685e+42 0.591     22728 
triHPacyl.ptmmmtmpmd 4.355e+43 1.94  1.94  1.685e+42 0.591     22729 
triHPacyl.pptmptmppd 2.699e+43 1.72  1.72  1.508e+42 0.529     22730 
triHPacyl.pptpppmmmd 2.489e+43 1.68  1.68  1.486e+42 0.521     22731 
triHPacyl.ttppmmtpmd 1.609e+43 1.42  1.42  1.482e+42 0.52      22732 
triHPacyl.ttmmmmmpmd 4.945e+43 2.13  2.13  1.399e+42 0.491     22733 
triHPacyl.pptmptmmmd 5.053e+43 2.19  2.19  1.275e+42 0.447     22734 
triHPacyl.mmtmptmmpd 3.750e+43 2.02  2.02  1.274e+42 0.447     22735 
triHPacyl.tmppmttpmd 3.756e+43 2.03  2.03  1.245e+42 0.437     22736 
triHPacyl.ttppmmpmmd 3.260e+43 1.97  1.97  1.201e+42 0.421     22737 
triHPacyl.pmmmptmpmd 6.815e+43 2.46  2.46  1.106e+42 0.388     22738 
triHPacyl.mtmmptmpmd 3.616e+43 2.09  2.09  1.086e+42 0.381     22739 
triHPacyl.ptmmptmpmd 3.301e+43 2.04  2.04  1.071e+42 0.376     22740 
triHPacyl.tmtmptmmpd 6.989e+43 2.49  2.49  1.070e+42 0.375     22741 
triHPacyl.ppppptmpmd 1.613e+43 1.66  1.66  1.004e+42 0.352     22742 
triHPacyl.tpmmmmmppd 1.915e+43 1.81  1.81  9.155e+41 0.321     22743 
triHPacyl.pmppmtmpmd 1.834e+43 1.82  1.82  8.673e+41 0.304     22744 
triHPacyl.pmtmmtmmpd 2.010e+43 1.89  1.89  8.476e+41 0.297     22745 
triHPacyl.tmppmmtpmd 2.996e+43 2.14  2.14  8.225e+41 0.289     22746 
triHPacyl.ttppmttpmd 1.322e+43 1.72  1.72  7.424e+41 0.26      22747 
triHPacyl.mmtmptmmmd 4.079e+43 2.44  2.44  6.832e+41 0.24      22748 
triHPacyl.mmpppttppd 2.922e+43 2.29  2.29  6.321e+41 0.222     22749 
triHPacyl.mmtpptmmmd 3.321e+43 2.39  2.39  6.073e+41 0.213     22750 
triHPacyl.pmppptpmmd 8.540e+42 1.59  1.59  5.886e+41 0.206     22751 
triHPacyl.ptmmmmmpmd 6.157e+43 2.81  2.81  5.508e+41 0.193     22752 
triHPacyl.mmpmpttppd 4.534e+43 2.69  2.69  4.935e+41 0.173     22753 
triHPacyl.pmtmmtmmmd 2.291e+43 2.38  2.38  4.246e+41 0.149     22754 
triHPacyl.pmpppmpmmd 7.744e+42 1.75  1.75  4.080e+41 0.143     22755 
triHPacyl.mmpmpttmpd 4.576e+43 2.84  2.84  3.929e+41 0.138     22756 
triHPacyl.ppmmmtmpmd 1.977e+43 2.35  2.35  3.826e+41 0.134     22757 
triHPacyl.ppppppmpmd 1.844e+43 2.43  2.43  3.152e+41 0.111     22758 
triHPacyl.mtpppmpmpd 8.382e+43 3.36  3.36  3.010e+41 0.106     22759 
triHPacyl.ppmpptmpmd 1.721e+43 2.45  2.45  2.825e+41 0.0991    22760 
triHPacyl.ptppmttpmd 1.216e+43 2.37  2.37  2.288e+41 0.0803    22761 
triHPacyl.mmpmptmmpd 1.848e+43 3.15  3.15  9.298e+40 0.0326    22762 
triHPacyl.mmppptmmmd 7.423e+42 3.07  3.07  4.301e+40 0.0151    22763 
Total                                      2.851e+44 100       22764 
 22765 
 22766 
 22767 
CO elimination from (2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 22768 
============================================================================= 22769 
 22770 
Population analysis at 300K. Vibrational scaling: 0.971.  22771 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22772 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22773 
%: contribution to the population (with current data set assumed 100%) 22774 
Compound                       Qtot      Erel  Erel2 n*Q*MB    %         22775 
------------------------------------------------------------------------ 22776 
TS.triHPacyl.COelim.tmtmmtmmpd 1.619e+44 0.00  0.00  1.619e+44 6.02      22777 
TS.triHPacyl.COelim.tmtmmmmmpd 1.633e+44 0.07  0.07  1.446e+44 5.38      22778 
TS.triHPacyl.COelim.tmtpmttpmd 2.617e+44 0.58  0.58  9.915e+43 3.69      22779 
TS.triHPacyl.COelim.pppppttpmd 1.378e+44 0.22  0.22  9.576e+43 3.56      22780 
TS.triHPacyl.COelim.ppmmmptmmd 4.720e+44 1.06  1.06  7.952e+43 2.96      22781 
TS.triHPacyl.COelim.tmtpmmmmmd 3.495e+44 0.90  0.90  7.727e+43 2.87      22782 
TS.triHPacyl.COelim.ppmmmmtmmd 7.869e+44 1.41  1.41  7.429e+43 2.76      22783 
TS.triHPacyl.COelim.tmtpmttppd 4.725e+44 1.11  1.11  7.378e+43 2.74      22784 
TS.triHPacyl.COelim.tmtpmmtppd 4.625e+44 1.14  1.14  6.779e+43 2.52      22785 
TS.triHPacyl.COelim.ppmmpmpmpd 1.309e+44 0.48  0.48  5.871e+43 2.18      22786 
TS.triHPacyl.COelim.tmtpmmtpmd 1.760e+44 0.66  0.66  5.802e+43 2.16      22787 
TS.triHPacyl.COelim.ppmmmmpmmd 1.638e+44 0.66  0.66  5.419e+43 2.02      22788 
TS.triHPacyl.COelim.pptmpppmpd 4.777e+44 1.30  1.30  5.415e+43 2.01      22789 
TS.triHPacyl.COelim.tmtmpmmmpd 3.103e+44 1.06  1.06  5.237e+43 1.95      22790 
TS.triHPacyl.COelim.ppmmptmppd 6.304e+43 0.12  0.12  5.141e+43 1.91      22791 
TS.triHPacyl.COelim.tmtpmtmmmd 2.584e+44 0.98  0.98  4.995e+43 1.86      22792 
TS.triHPacyl.COelim.pppppttppd 2.069e+44 0.85  0.85  4.990e+43 1.86      22793 
TS.triHPacyl.COelim.pppppptpmd 2.011e+44 0.84  0.84  4.889e+43 1.82      22794 
TS.triHPacyl.COelim.tmtmmmtpmd 6.758e+44 1.57  1.57  4.872e+43 1.81      22795 
TS.triHPacyl.COelim.pptppttppd 3.417e+44 1.17  1.17  4.834e+43 1.8       22796 
TS.triHPacyl.COelim.pptmpttpmd 3.663e+44 1.21  1.21  4.821e+43 1.79      22797 
TS.triHPacyl.COelim.tmtmmttpmd 6.245e+44 1.54  1.54  4.755e+43 1.77      22798 
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TS.triHPacyl.COelim.pppppttmmd 4.321e+44 1.39  1.39  4.228e+43 1.57      22799 
TS.triHPacyl.COelim.tmtmmtmmmd 2.541e+44 1.09  1.09  4.049e+43 1.51      22800 
TS.triHPacyl.COelim.pptppttpmd 1.664e+44 0.89  0.89  3.720e+43 1.38      22801 
TS.triHPacyl.COelim.tmtmmmmmmd 2.744e+44 1.21  1.21  3.596e+43 1.34      22802 
TS.triHPacyl.COelim.pptmptmmpd 8.868e+43 0.55  0.55  3.543e+43 1.32      22803 
TS.triHPacyl.COelim.tmtmppmmpd 3.836e+44 1.44  1.44  3.442e+43 1.28      22804 
TS.triHPacyl.COelim.tmmmmtmppd 1.661e+44 1.00  1.00  3.111e+43 1.16      22805 
TS.triHPacyl.COelim.pppppppmmd 5.180e+44 1.71  1.71  2.949e+43 1.1       22806 
TS.triHPacyl.COelim.ppmmptpmpd 1.055e+44 0.81  0.81  2.732e+43 1.02      22807 
TS.triHPacyl.COelim.ppmmppmppd 6.716e+43 0.54  0.54  2.716e+43 1.01      22808 
TS.triHPacyl.COelim.tmmmmmmppd 1.880e+44 1.20  1.20  2.527e+43 0.94      22809 
TS.triHPacyl.COelim.tpppmttpmd 5.139e+44 1.80  1.80  2.523e+43 0.938     22810 
TS.triHPacyl.COelim.pptppttmmd 4.539e+44 1.72  1.72  2.515e+43 0.936     22811 
TS.triHPacyl.COelim.tmtmmmmppd 5.192e+44 1.81  1.81  2.507e+43 0.932     22812 
TS.triHPacyl.COelim.mmtmpmmmpd 1.413e+44 1.04  1.04  2.480e+43 0.923     22813 
TS.triHPacyl.COelim.tptmmtmmpd 8.987e+44 2.15  2.15  2.428e+43 0.903     22814 
TS.triHPacyl.COelim.tpmmmmpmpd 8.905e+43 0.78  0.78  2.407e+43 0.895     22815 
TS.triHPacyl.COelim.pppppptppd 3.427e+44 1.59  1.59  2.390e+43 0.889     22816 
TS.triHPacyl.COelim.pptmppmmpd 1.328e+44 1.05  1.05  2.277e+43 0.847     22817 
TS.triHPacyl.COelim.pptpptmmmd 1.248e+44 1.02  1.02  2.263e+43 0.842     22818 
TS.triHPacyl.COelim.pptmpttmpd 4.700e+44 1.82  1.82  2.202e+43 0.819     22819 
TS.triHPacyl.COelim.tmtppmtpmd 7.045e+44 2.08  2.08  2.139e+43 0.796     22820 
TS.triHPacyl.COelim.pptmpptpmd 5.731e+44 1.96  1.96  2.131e+43 0.793     22821 
TS.triHPacyl.COelim.ppmmpttmpd 4.411e+44 1.81  1.81  2.129e+43 0.792     22822 
TS.triHPacyl.COelim.tmtppmmmmd 7.883e+44 2.16  2.16  2.118e+43 0.788     22823 
TS.triHPacyl.COelim.pmtmpmmmpd 2.088e+44 1.39  1.39  2.015e+43 0.749     22824 
TS.triHPacyl.COelim.tmtmmtmppd 4.445e+44 1.85  1.85  2.003e+43 0.745     22825 
TS.triHPacyl.COelim.pptppptpmd 2.343e+44 1.48  1.48  1.972e+43 0.734     22826 
TS.triHPacyl.COelim.tmmmmmmmpd 2.039e+44 1.43  1.43  1.866e+43 0.694     22827 
TS.triHPacyl.COelim.tmmmmtmpmd 4.040e+44 1.86  1.86  1.780e+43 0.662     22828 
TS.triHPacyl.COelim.pptpptmmpd 2.000e+44 1.48  1.48  1.670e+43 0.621     22829 
TS.triHPacyl.COelim.tptpmttpmd 7.269e+44 2.27  2.27  1.613e+43 0.6       22830 
TS.triHPacyl.COelim.pptmptpmpd 2.317e+44 1.59  1.59  1.600e+43 0.595     22831 
TS.triHPacyl.COelim.pptmptmmmd 1.264e+44 1.23  1.23  1.595e+43 0.593     22832 
TS.triHPacyl.COelim.tmmmmtmmpd 1.600e+44 1.38  1.38  1.591e+43 0.592     22833 
TS.triHPacyl.COelim.tmppmmtpmd 3.612e+44 1.90  1.90  1.501e+43 0.558     22834 
TS.triHPacyl.COelim.tmtmpmmmmd 5.049e+44 2.10  2.10  1.494e+43 0.556     22835 
TS.triHPacyl.COelim.pptmpptmpd 6.020e+44 2.22  2.22  1.443e+43 0.537     22836 
TS.triHPacyl.COelim.tpppmttppd 1.047e+45 2.55  2.55  1.443e+43 0.537     22837 
TS.triHPacyl.COelim.pptpppmmmd 1.573e+44 1.44  1.44  1.399e+43 0.52      22838 
TS.triHPacyl.COelim.ppmmpptmpd 8.550e+44 2.47  2.47  1.357e+43 0.505     22839 
TS.triHPacyl.COelim.tpmmmmmppd 6.095e+43 0.94  0.94  1.254e+43 0.467     22840 
TS.triHPacyl.COelim.tpmmmtmppd 7.813e+43 1.24  1.24  9.806e+42 0.365     22841 
TS.triHPacyl.COelim.tpppmmtpmd 4.182e+44 2.25  2.25  9.594e+42 0.357     22842 
TS.triHPacyl.COelim.ppmmpttppd 3.621e+44 2.21  2.21  8.897e+42 0.331     22843 
TS.triHPacyl.COelim.ppppptppmd 1.143e+44 1.53  1.53  8.840e+42 0.329     22844 
TS.triHPacyl.COelim.pmtmptmmpd 1.158e+44 1.55  1.55  8.667e+42 0.322     22845 
TS.triHPacyl.COelim.ttppmmtpmd 4.414e+43 0.98  0.98  8.514e+42 0.317     22846 
TS.triHPacyl.COelim.mmtmpmmmmd 1.547e+44 1.74  1.74  8.288e+42 0.308     22847 
TS.triHPacyl.COelim.mmtppmmmmd 1.461e+44 1.74  1.74  7.850e+42 0.292     22848 
TS.triHPacyl.COelim.tpmmmtpmpd 1.357e+44 1.73  1.73  7.473e+42 0.278     22849 
TS.triHPacyl.COelim.pmtmmmmmpd 1.279e+44 1.70  1.70  7.349e+42 0.273     22850 
TS.triHPacyl.COelim.ppmmmtpppd 8.928e+43 1.50  1.50  7.155e+42 0.266     22851 
TS.triHPacyl.COelim.ppppptpmmd 1.585e+44 1.85  1.85  7.059e+42 0.263     22852 
TS.triHPacyl.COelim.ppmmptpppd 1.678e+44 1.89  1.89  7.017e+42 0.261     22853 
TS.triHPacyl.COelim.mmtmptmmpd 1.230e+44 1.82  1.82  5.789e+42 0.215     22854 
TS.triHPacyl.COelim.pptmppmmmd 1.619e+44 1.99  1.99  5.704e+42 0.212     22855 
TS.triHPacyl.COelim.ptpppttpmd 3.213e+43 1.18  1.18  4.434e+42 0.165     22856 
TS.triHPacyl.COelim.pmtmmmmmmd 1.642e+44 2.24  2.24  3.826e+42 0.142     22857 
TS.triHPacyl.COelim.mmtpptmmmd 1.654e+44 2.25  2.25  3.769e+42 0.14      22858 
TS.triHPacyl.COelim.ptpppptpmd 3.923e+43 1.41  1.41  3.713e+42 0.138     22859 
TS.triHPacyl.COelim.tptmmmmmpd 2.533e+44 2.58  2.58  3.330e+42 0.124     22860 
TS.triHPacyl.COelim.pmppptppmd 2.954e+43 1.37  1.37  2.983e+42 0.111     22861 
TS.triHPacyl.COelim.ttppmttpmd 3.049e+43 1.40  1.40  2.929e+42 0.109     22862 
TS.triHPacyl.COelim.tmpmmtmmpd 1.449e+44 2.35  2.35  2.827e+42 0.105     22863 
TS.triHPacyl.COelim.pmtmmtmmpd 1.543e+44 2.42  2.42  2.675e+42 0.0995    22864 
TS.triHPacyl.COelim.ppmmmtmpmd 1.076e+44 2.21  2.21  2.622e+42 0.0975    22865 
TS.triHPacyl.COelim.pmppmmmpmd 1.029e+44 2.23  2.23  2.458e+42 0.0914    22866 
TS.triHPacyl.COelim.ppmpmmpmmd 7.009e+43 2.00  2.00  2.437e+42 0.0907    22867 
TS.triHPacyl.COelim.ppmpptmpmd 6.470e+43 2.00  2.00  2.245e+42 0.0835    22868 
TS.triHPacyl.COelim.pmppmttpmd 5.882e+43 1.96  1.96  2.188e+42 0.0814    22869 
TS.triHPacyl.COelim.ppmmppmmpd 3.510e+44 3.09  3.09  1.969e+42 0.0732    22870 
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TS.triHPacyl.COelim.pmpppmpmmd 3.043e+43 1.66  1.66  1.872e+42 0.0696    22871 
TS.triHPacyl.COelim.ppmmmmmppd 9.561e+43 2.36  2.36  1.829e+42 0.068     22872 
TS.triHPacyl.COelim.ptmmmtmpmd 2.688e+44 3.01  3.01  1.736e+42 0.0646    22873 
TS.triHPacyl.COelim.ppppptmpmd 5.430e+43 2.11  2.11  1.571e+42 0.0584    22874 
TS.triHPacyl.COelim.tmppmtmmmd 1.637e+44 2.80  2.80  1.487e+42 0.0553    22875 
TS.triHPacyl.COelim.mmpppmmpmd 5.812e+43 2.23  2.23  1.380e+42 0.0513    22876 
TS.triHPacyl.COelim.ppppppmpmd 3.524e+43 1.96  1.96  1.315e+42 0.0489    22877 
TS.triHPacyl.COelim.ptppmmtpmd 3.878e+43 2.06  2.06  1.233e+42 0.0459    22878 
TS.triHPacyl.COelim.mmppppmpmd 1.044e+44 2.79  2.79  9.705e+41 0.0361    22879 
TS.triHPacyl.COelim.pmppmtmpmd 9.802e+43 2.78  2.78  9.179e+41 0.0341    22880 
Total                                                2.688e+45 100       22881 
 22882 
 22883 
 22884 
(2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 22885 
========================================================== 22886 
 22887 
Population analysis at 300K. Vibrational scaling: 0.971.  22888 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22889 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22890 
%: contribution to the population (with current data set assumed 100%) 22891 
Compound             Qtot      Erel  Erel2 n*Q*MB    %         22892 
-------------------------------------------------------------- 22893 
triHPacyl.tmmmmttmpu 1.549e+43 0.00  0.00  1.549e+43 19.8      22894 
triHPacyl.tmmmmmtmpu 1.999e+43 0.45  0.45  9.382e+42 12        22895 
triHPacyl.pmmmpttmpu 1.424e+43 0.57  0.57  5.437e+42 6.95      22896 
triHPacyl.tmtpmmppmu 4.877e+43 1.71  1.71  2.792e+42 3.57      22897 
triHPacyl.pmmmpmtmpu 1.533e+43 1.04  1.04  2.688e+42 3.44      22898 
triHPacyl.pttppmmpmu 4.977e+43 1.81  1.81  2.383e+42 3.05      22899 
triHPacyl.tmtpmmtmpu 2.041e+44 2.75  2.75  2.019e+42 2.58      22900 
triHPacyl.pttpptmpmu 5.757e+43 2.00  2.00  1.997e+42 2.55      22901 
triHPacyl.tmtpmtppmu 7.286e+43 2.23  2.23  1.733e+42 2.22      22902 
triHPacyl.ptpppmmpmu 3.118e+43 1.74  1.74  1.689e+42 2.16      22903 
triHPacyl.pmtpppppmu 2.949e+43 1.78  1.78  1.486e+42 1.9       22904 
triHPacyl.tpppmmpmpu 8.411e+43 2.42  2.42  1.456e+42 1.86      22905 
triHPacyl.tpppmppmpu 8.394e+43 2.42  2.42  1.453e+42 1.86      22906 
triHPacyl.ptppmtpmmu 1.080e+43 1.21  1.21  1.413e+42 1.81      22907 
triHPacyl.tmtpmmpppu 8.681e+43 2.53  2.53  1.243e+42 1.59      22908 
triHPacyl.ppppptpmpu 5.640e+43 2.30  2.30  1.188e+42 1.52      22909 
triHPacyl.pmtpptppmu 5.384e+43 2.34  2.34  1.070e+42 1.37      22910 
triHPacyl.tpmmmtmppu 2.603e+43 1.92  1.92  1.044e+42 1.34      22911 
triHPacyl.ppmmptmppu 1.173e+43 1.46  1.46  1.019e+42 1.3       22912 
triHPacyl.pptmpptmpu 2.872e+43 1.99  1.99  1.013e+42 1.3       22913 
triHPacyl.tpmmmttmpu 4.008e+43 2.19  2.19  1.011e+42 1.29      22914 
triHPacyl.pppppmpmpu 5.293e+43 2.39  2.39  9.686e+41 1.24      22915 
triHPacyl.ptmmpmmppu 4.159e+43 2.29  2.29  8.996e+41 1.15      22916 
triHPacyl.ppmpmttpmu 3.392e+43 2.18  2.18  8.705e+41 1.11      22917 
triHPacyl.tpppmtpmpu 9.284e+43 2.79  2.79  8.674e+41 1.11      22918 
triHPacyl.mmmmmttmpu 1.876e+43 1.88  1.88  8.077e+41 1.03      22919 
triHPacyl.tmtmmmtmpu 6.231e+43 2.59  2.59  8.032e+41 1.03      22920 
triHPacyl.ptmmptmppu 4.593e+43 2.43  2.43  7.790e+41 0.996     22921 
triHPacyl.pttpmtppmu 2.337e+43 2.06  2.06  7.426e+41 0.95      22922 
triHPacyl.ptppmmmpmu 2.868e+43 2.19  2.19  7.257e+41 0.928     22923 
triHPacyl.ttppmmmpmu 3.251e+43 2.30  2.30  6.916e+41 0.884     22924 
triHPacyl.tmtmmppppu 6.478e+43 2.75  2.75  6.474e+41 0.828     22925 
triHPacyl.tpmmmmtmpu 2.574e+43 2.21  2.21  6.323e+41 0.809     22926 
triHPacyl.pmtmpppppu 3.690e+43 2.46  2.46  5.943e+41 0.76      22927 
triHPacyl.tpmmmmmppu 1.774e+43 2.05  2.05  5.686e+41 0.727     22928 
triHPacyl.pmtmppppmu 1.630e+44 3.39  3.39  5.533e+41 0.708     22929 
triHPacyl.ppmmpttmpu 1.687e+43 2.05  2.05  5.422e+41 0.693     22930 
triHPacyl.tmmmmmtmmu 5.607e+43 2.77  2.77  5.375e+41 0.687     22931 
triHPacyl.tmmmpttmpu 1.657e+43 2.06  2.06  5.237e+41 0.67      22932 
triHPacyl.ppmpmtmpmu 8.692e+42 1.69  1.69  5.106e+41 0.653     22933 
triHPacyl.tmmmmtmmpu 3.098e+43 2.45  2.45  5.086e+41 0.65      22934 
triHPacyl.pttpmtmpmu 3.865e+43 2.61  2.61  4.882e+41 0.624     22935 
triHPacyl.ppmmpptmpu 9.963e+42 1.80  1.80  4.861e+41 0.622     22936 
triHPacyl.ppmmpmmppu 8.714e+42 1.79  1.79  4.333e+41 0.554     22937 
triHPacyl.ptppmtmpmu 1.827e+43 2.24  2.24  4.232e+41 0.541     22938 
triHPacyl.tmmmmtmppu 6.079e+43 3.02  3.02  3.820e+41 0.488     22939 
triHPacyl.ptmmmttmpu 3.555e+43 2.71  2.71  3.790e+41 0.485     22940 
triHPacyl.pmtppppppu 3.841e+43 2.77  2.77  3.664e+41 0.469     22941 
triHPacyl.tmppmmppmu 3.115e+43 2.72  2.72  3.255e+41 0.416     22942 
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triHPacyl.mmmmmmtmpu 4.238e+43 2.91  2.91  3.238e+41 0.414     22943 
triHPacyl.ptppptpmmu 1.553e+43 2.32  2.32  3.182e+41 0.407     22944 
triHPacyl.tmmmmtpmpu 4.845e+43 3.31  3.31  1.877e+41 0.24      22945 
triHPacyl.tmppmtppmu 3.155e+43 3.11  3.11  1.713e+41 0.219     22946 
triHPacyl.ppmmmtmpmu 1.084e+43 2.54  2.54  1.528e+41 0.195     22947 
triHPacyl.pmmmpmpppu 1.872e+43 2.90  2.90  1.452e+41 0.186     22948 
triHPacyl.tmmmmmpmpu 3.031e+43 3.20  3.20  1.405e+41 0.18      22949 
triHPacyl.ppmpmmmpmu 8.997e+42 2.56  2.56  1.233e+41 0.158     22950 
triHPacyl.tmmmmmppmu 4.269e+43 3.56  3.56  1.082e+41 0.138     22951 
triHPacyl.ppmmmtpmpu 1.222e+43 2.88  2.88  9.792e+40 0.125     22952 
triHPacyl.ptmmmtpmpu 1.357e+43 2.96  2.96  9.442e+40 0.121     22953 
triHPacyl.mpmmptpmpu 3.130e+43 3.62  3.62  7.251e+40 0.0927    22954 
triHPacyl.tmmmmmpppu 2.078e+43 3.44  3.44  6.495e+40 0.0831    22955 
triHPacyl.pmmmptpppu 1.149e+43 3.10  3.10  6.333e+40 0.081     22956 
triHPacyl.tmmmmtpppu 1.415e+43 3.37  3.37  4.998e+40 0.0639    22957 
triHPacyl.ppmmmppmpu 1.206e+43 3.80  3.80  2.066e+40 0.0264    22958 
Total                                      7.819e+43 100       22959 
 22960 
 22961 
 22962 
CO elimination from (2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 22963 
============================================================================== 22964 
 22965 
Population analysis at 300K. Vibrational scaling: 0.971.  22966 
Qtot: Total partition function (m^-3). Erel, Erel2: Relative energy (kcal/mol) 22967 
n*Q*MB: Multiplicity-corrected and Boltzmann-weighted partition function. 22968 
%: contribution to the population (with current data set assumed 100%) 22969 
Compound                       Qtot      Erel  Erel2 n*Q*MB    %         22970 
------------------------------------------------------------------------ 22971 
TS.triHPacyl.COelim.pttpmmppmu 1.013e+44 0.16  0.16  7.703e+43 7.44      22972 
TS.triHPacyl.COelim.tmmmmmtmpu 5.748e+43 0.02  0.02  5.555e+43 5.37      22973 
TS.triHPacyl.COelim.pttpmmtmpu 4.047e+44 1.25  1.25  4.974e+43 4.8       22974 
TS.triHPacyl.COelim.tmmmmttmpu 4.366e+43 0.00  0.00  4.366e+43 4.22      22975 
TS.triHPacyl.COelim.pttpmtppmu 1.220e+44 0.67  0.67  3.960e+43 3.82      22976 
TS.triHPacyl.COelim.tmtpmtppmu 1.822e+44 0.98  0.98  3.545e+43 3.42      22977 
TS.triHPacyl.COelim.pttpmmpppu 1.692e+44 0.94  0.94  3.521e+43 3.4       22978 
TS.triHPacyl.COelim.tpmmmttmpu 1.732e+44 0.95  0.95  3.500e+43 3.38      22979 
TS.triHPacyl.COelim.ptmmmmtmpu 1.176e+44 0.74  0.74  3.410e+43 3.29      22980 
TS.triHPacyl.COelim.ptppmmmpmu 5.271e+43 0.26  0.26  3.410e+43 3.29      22981 
TS.triHPacyl.COelim.pttpppppmu 1.670e+44 0.96  0.96  3.324e+43 3.21      22982 
TS.triHPacyl.COelim.ptppmmpmmu 4.838e+43 0.26  0.26  3.103e+43 3         22983 
TS.triHPacyl.COelim.ptppmmmmmu 7.294e+43 0.57  0.57  2.788e+43 2.69      22984 
TS.triHPacyl.COelim.tpppmtpmpu 3.454e+44 1.55  1.55  2.545e+43 2.46      22985 
TS.triHPacyl.COelim.pttpmmmpmu 2.091e+44 1.26  1.26  2.533e+43 2.45      22986 
TS.triHPacyl.COelim.pttmmmtmpu 2.006e+44 1.26  1.26  2.414e+43 2.33      22987 
TS.triHPacyl.COelim.ptppmmppmu 6.969e+43 0.65  0.65  2.351e+43 2.27      22988 
TS.triHPacyl.COelim.pttmmmpppu 2.902e+44 1.57  1.57  2.074e+43 2         22989 
TS.triHPacyl.COelim.tpmmmmtmpu 1.369e+44 1.14  1.14  2.017e+43 1.95      22990 
TS.triHPacyl.COelim.ptpppmpmmu 7.466e+43 0.79  0.79  1.976e+43 1.91      22991 
TS.triHPacyl.COelim.tmtmmttmpu 3.326e+44 1.69  1.69  1.948e+43 1.88      22992 
TS.triHPacyl.COelim.ptmmmttmpu 1.558e+44 1.28  1.28  1.809e+43 1.75      22993 
TS.triHPacyl.COelim.tpppmmpmpu 3.929e+44 1.85  1.85  1.751e+43 1.69      22994 
TS.triHPacyl.COelim.ptmmmmtmmu 1.492e+44 1.34  1.34  1.578e+43 1.52      22995 
TS.triHPacyl.COelim.pptmpttmpu 8.482e+43 1.00  1.00  1.576e+43 1.52      22996 
TS.triHPacyl.COelim.ppmmpttmpu 2.935e+43 0.40  0.40  1.501e+43 1.45      22997 
TS.triHPacyl.COelim.ppppptpmpu 2.085e+44 1.59  1.59  1.446e+43 1.4       22998 
TS.triHPacyl.COelim.tpmmmtmppu 8.294e+43 1.05  1.05  1.427e+43 1.38      22999 
TS.triHPacyl.COelim.ptppmtpmmu 5.286e+43 0.89  0.89  1.188e+43 1.15      23000 
TS.triHPacyl.COelim.ptmmmmppmu 1.348e+44 1.47  1.47  1.150e+43 1.11      23001 
TS.triHPacyl.COelim.pmtpptmmpu 2.254e+44 1.83  1.83  1.048e+43 1.01      23002 
TS.triHPacyl.COelim.pptppttmpu 2.242e+44 1.83  1.83  1.039e+43 1         23003 
TS.triHPacyl.COelim.pptmpptmpu 9.018e+43 1.29  1.29  1.031e+43 0.996     23004 
TS.triHPacyl.COelim.tmtpmttmpu 6.038e+44 2.44  2.44  1.000e+43 0.966     23005 
TS.triHPacyl.COelim.ppmmpptmpu 3.322e+43 0.78  0.78  8.933e+42 0.863     23006 
TS.triHPacyl.COelim.ttppmmpmmu 9.432e+43 1.44  1.44  8.490e+42 0.82      23007 
TS.triHPacyl.COelim.tmtmmmtmpu 2.994e+44 2.15  2.15  8.112e+42 0.784     23008 
TS.triHPacyl.COelim.tmtpmmppmu 1.746e+44 1.83  1.83  8.103e+42 0.783     23009 
TS.triHPacyl.COelim.pttpptppmu 1.059e+44 1.54  1.54  8.024e+42 0.775     23010 
TS.triHPacyl.COelim.tmtmmtpppu 1.630e+44 1.85  1.85  7.357e+42 0.711     23011 
TS.triHPacyl.COelim.ppmmmmpmpu 3.729e+43 0.97  0.97  7.282e+42 0.703     23012 
TS.triHPacyl.COelim.ptppmpppmu 8.779e+43 1.58  1.58  6.168e+42 0.596     23013 
TS.triHPacyl.COelim.tmtppmppmu 1.236e+44 1.80  1.80  6.056e+42 0.585     23014 
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TS.triHPacyl.COelim.ptppptpmmu 1.038e+44 1.72  1.72  5.823e+42 0.562     23015 
TS.triHPacyl.COelim.ptppmpmpmu 7.276e+43 1.52  1.52  5.658e+42 0.547     23016 
TS.triHPacyl.COelim.pmtpppppmu 1.200e+44 1.83  1.83  5.600e+42 0.541     23017 
TS.triHPacyl.COelim.ptmmmmmppu 1.473e+44 1.99  1.99  5.275e+42 0.51      23018 
TS.triHPacyl.COelim.ptmmptpmpu 7.653e+43 1.60  1.60  5.259e+42 0.508     23019 
TS.triHPacyl.COelim.ptmmpmpmpu 7.347e+43 1.58  1.58  5.171e+42 0.5       23020 
TS.triHPacyl.COelim.ppmmmtmpmu 5.347e+43 1.41  1.41  5.054e+42 0.488     23021 
TS.triHPacyl.COelim.ptmmmmpmpu 8.334e+43 1.67  1.67  5.030e+42 0.486     23022 
TS.triHPacyl.COelim.tmtpmtpppu 1.680e+44 2.11  2.11  4.903e+42 0.474     23023 
TS.triHPacyl.COelim.pmtpptppmu 8.221e+43 1.73  1.73  4.518e+42 0.436     23024 
TS.triHPacyl.COelim.ptmmmtppmu 1.398e+44 2.07  2.07  4.377e+42 0.423     23025 
TS.triHPacyl.COelim.ppmpmtmpmu 3.348e+43 1.41  1.41  3.119e+42 0.301     23026 
TS.triHPacyl.COelim.pmmmpttmpu 3.843e+43 1.51  1.51  3.043e+42 0.294     23027 
TS.triHPacyl.COelim.ppmmptmppu 5.866e+43 1.83  1.83  2.743e+42 0.265     23028 
TS.triHPacyl.COelim.pmtmptpppu 7.792e+43 2.05  2.05  2.520e+42 0.243     23029 
TS.triHPacyl.COelim.pmmmpmtmpu 5.046e+43 1.84  1.84  2.314e+42 0.224     23030 
TS.triHPacyl.COelim.ptmmmtpmpu 6.471e+43 2.00  2.00  2.242e+42 0.217     23031 
TS.triHPacyl.COelim.mpmmpppmpu 1.688e+44 2.64  2.64  2.000e+42 0.193     23032 
TS.triHPacyl.COelim.ppmmmpmpmu 3.925e+43 1.86  1.86  1.729e+42 0.167     23033 
TS.triHPacyl.COelim.ppmmmtmppu 3.109e+43 2.06  2.06  9.890e+41 0.0955    23034 
TS.triHPacyl.COelim.pptpptppmu 5.637e+43 2.49  2.49  8.590e+41 0.083     23035 
TS.triHPacyl.COelim.ppmpmpmpmu 2.078e+43 1.91  1.91  8.440e+41 0.0815    23036 
TS.triHPacyl.COelim.mpmmptpmpu 8.096e+43 2.74  2.74  8.178e+41 0.079     23037 
TS.triHPacyl.COelim.ppmmmpmppu 4.260e+43 2.46  2.46  6.893e+41 0.0666    23038 
TS.triHPacyl.COelim.ppmmmppmpu 2.573e+43 2.24  2.24  5.989e+41 0.0579    23039 
Total                                                1.035e+45 100       23040 
 23041 
 23042 
 23043 
################################################################################# 23044 
Raw quantum chemical M06-2X/aug-cc-pVTZ data for di-HPCARP-I 23045 
################################################################################# 23046 
 23047 
(2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 23048 
============================================================== 23049 
 23050 
diHPCARP_I.mmmmmtmpd 23051 
-------------------- 23052 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17891931  23053 
Electronic state : 2-A 23054 
Cartesian coordinates (Angs): 23055 
     O      -2.009594      0.295671       1.462689 23056 
     O      -0.799186      0.744390       1.377708 23057 
     C      -0.308140      0.869266       0.008102 23058 
     C      -0.053898     -0.503607      -0.657824 23059 
     C       0.550221     -1.517810       0.306330 23060 
     O       1.733625     -1.000238       0.879650 23061 
     O       2.711886     -0.925173      -0.153484 23062 
     H       3.360448     -1.570392       0.153849 23063 
     C      -1.247540      1.736633      -0.807617 23064 
     H      -1.389037      2.699469      -0.319320 23065 
     H      -2.208262      1.246237      -0.935899 23066 
     H      -0.797588      1.896444      -1.785384 23067 
     C       1.029017      1.585266       0.191726 23068 
     O       1.683474      1.928907      -0.747764 23069 
     H       1.328417      1.782245       1.233707 23070 
     H       0.666370     -0.293243      -1.452777 23071 
     O      -1.160736     -1.022859      -1.356073 23072 
     O      -2.025164     -1.722351      -0.470867 23073 
     H      -2.489975     -1.006108      -0.010249 23074 
     H      -0.105153     -1.705020       1.153647 23075 
     H       0.742383     -2.454897      -0.216753 23076 
Rotational constants (GHz):    1.1476900    0.8701900    0.6872200 23077 
Vibrational harmonic frequencies (cm-1): 23078 
       42.3175                   77.7163                  102.4505             23079 
      113.3531                  151.1430                  175.0978             23080 
      186.8253                  205.9268                  221.9515             23081 
      230.7787                  248.2345                  287.3666             23082 
      306.0541                  316.1901                  369.4638             23083 
      417.3465                  465.9919                  474.1830             23084 
      490.6741                  559.9319                  633.2879             23085 
      694.6019                  755.4110                  887.6106             23086 
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      929.3038                  952.4542                  978.6215             23087 
      988.8009                 1033.3617                 1107.0126             23088 
     1120.2076                 1137.8863                 1178.8963             23089 
     1204.7326                 1243.1016                 1280.0219             23090 
     1314.8568                 1331.1144                 1379.0791             23091 
     1399.5902                 1403.7551                 1410.9063             23092 
     1422.5744                 1458.5186                 1484.9544             23093 
     1487.1539                 1496.3811                 1871.2665             23094 
     3009.5519                 3084.3284                 3091.4540             23095 
     3093.5247                 3164.2335                 3165.0410             23096 
     3180.6587                 3734.6715                 3826.7401             23097 
Zero-point correction (Hartree): 0.155778 23098 
 23099 
diHPCARP_I.mmmmptmpd 23100 
-------------------- 23101 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18308300  23102 
Electronic state : 2-A 23103 
Cartesian coordinates (Angs): 23104 
     O      -2.219949      0.524380       1.230398 23105 
     O      -0.959594      0.814277       1.265066 23106 
     C      -0.323724      0.855962      -0.048437 23107 
     C      -0.056328     -0.556139      -0.614215 23108 
     C       0.594693     -1.475945       0.413287 23109 
     O       1.786300     -0.893022       0.902116 23110 
     O       2.769656     -0.992827      -0.116686 23111 
     H       2.862667     -0.070464      -0.407095 23112 
     C      -1.129110      1.717620      -1.003731 23113 
     H      -1.311706      2.699060      -0.568692 23114 
     H      -2.076386      1.238843      -1.233229 23115 
     H      -0.556693      1.834801      -1.921933 23116 
     C       1.010414      1.524478       0.249113 23117 
     O       1.845757      1.676494      -0.601985 23118 
     H       1.144743      1.890826       1.279033 23119 
     H       0.646137     -0.395057      -1.436326 23120 
     O      -1.165739     -1.141021      -1.251077 23121 
     O      -1.990694     -1.795975      -0.296393 23122 
     H      -2.572617     -1.081449       0.002334 23123 
     H      -0.033246     -1.602035       1.291887 23124 
     H       0.795534     -2.448822      -0.033597 23125 
Rotational constants (GHz):    1.2197000    0.8573900    0.6715300 23126 
Vibrational harmonic frequencies (cm-1): 23127 
       46.1783                   82.0465                  124.8523             23128 
      168.4767                  182.5890                  192.7337             23129 
      208.3176                  214.0176                  232.9920             23130 
      257.3364                  280.3283                  297.5277             23131 
      321.3911                  360.9842                  407.5387             23132 
      433.1299                  471.6113                  473.3141             23133 
      487.7456                  568.1335                  629.0241             23134 
      690.8730                  757.4181                  894.7183             23135 
      937.1556                  954.7068                  980.0294             23136 
      985.0589                 1033.9800                 1113.0462             23137 
     1123.5828                 1141.2389                 1178.5591             23138 
     1207.6576                 1245.8008                 1279.5324             23139 
     1312.9819                 1332.0252                 1377.9970             23140 
     1401.4720                 1411.8533                 1417.6841             23141 
     1439.5785                 1459.5129                 1485.4721             23142 
     1488.3870                 1494.5348                 1841.2437             23143 
     3021.2195                 3083.0946                 3090.2757             23144 
     3105.0888                 3161.7706                 3169.9378             23145 
     3184.1520                 3717.4871                 3761.5496             23146 
Zero-point correction (Hartree): 0.156558 23147 
 23148 
diHPCARP_I.mmmmptmtd 23149 
-------------------- 23150 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18331957  23151 
Electronic state : 2-A 23152 
Cartesian coordinates (Angs): 23153 
     O      -1.534451      1.761587       1.466925 23154 
     O      -1.100819      0.587764       1.121921 23155 
     C      -0.534854      0.597546      -0.217266 23156 
     C       0.021387     -0.804542      -0.504901 23157 
     C       0.847480     -1.346914       0.657126 23158 
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     O       1.889153     -0.447538       0.978234 23159 
     O       2.875119     -0.551535      -0.038779 23160 
     H       2.759418      0.280352      -0.527199 23161 
     C      -1.583896      1.019599      -1.231623 23162 
     H      -1.932361      2.026195      -1.014829 23163 
     H      -2.418466      0.323294      -1.195378 23164 
     H      -1.138591      0.997849      -2.224775 23165 
     C       0.620882      1.592616      -0.206110 23166 
     O       1.401992      1.668371      -1.117143 23167 
     H       0.675822      2.248765       0.675436 23168 
     H       0.667196     -0.695299      -1.379224 23169 
     O      -0.950466     -1.717133      -0.952042 23170 
     O      -1.883869     -1.915049       0.112712 23171 
     H      -1.920442     -2.878373       0.147530 23172 
     H       0.250361     -1.421301       1.563370 23173 
     H       1.257794     -2.323033       0.397090 23174 
Rotational constants (GHz):    1.0947600    0.8940300    0.6847500 23175 
Vibrational harmonic frequencies (cm-1): 23176 
       64.6070                  104.4281                  112.3995             23177 
      125.1330                  164.7733                  177.5949             23178 
      186.9204                  197.2365                  204.9009             23179 
      240.3105                  256.6317                  274.8210             23180 
      308.1601                  334.7182                  374.2314             23181 
      408.5785                  434.6902                  473.8558             23182 
      515.5802                  579.9763                  627.8802             23183 
      703.7009                  758.0068                  903.8173             23184 
      947.8814                  967.0154                  977.7632             23185 
      980.7970                 1041.4616                 1111.6276             23186 
     1121.6436                 1136.9320                 1182.4063             23187 
     1209.0992                 1244.1668                 1273.1131             23188 
     1292.8137                 1338.9757                 1373.6533             23189 
     1396.9699                 1398.3833                 1410.8460             23190 
     1433.6576                 1460.5478                 1484.5088             23191 
     1490.5260                 1502.0557                 1836.4200             23192 
     3033.9702                 3085.4378                 3090.6688             23193 
     3099.9015                 3163.0646                 3168.2975             23194 
     3177.6981                 3718.8410                 3837.1085             23195 
Zero-point correction (Hartree): 0.156103 23196 
 23197 
diHPCARP_I.mmmmptppd 23198 
-------------------- 23199 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18035271  23200 
Electronic state : 2-A 23201 
Cartesian coordinates (Angs): 23202 
     O       1.867652     -0.944226       1.656018 23203 
     O       0.674378     -1.221931       1.225452 23204 
     C       0.423769     -0.755536      -0.128644 23205 
     C       0.120763      0.753733      -0.116250 23206 
     C      -0.855267      1.122730       0.998942 23207 
     O      -2.021996      0.331801       0.929177 23208 
     O      -2.809733      0.825811      -0.143496 23209 
     H      -2.678991      0.148169      -0.827813 23210 
     C       1.568449     -1.133033      -1.052111 23211 
     H       1.735838     -2.209111      -1.017276 23212 
     H       2.471755     -0.615406      -0.744549 23213 
     H       1.310468     -0.838687      -2.067116 23214 
     C      -0.824905     -1.519895      -0.530668 23215 
     O      -1.444283     -1.258471      -1.528405 23216 
     H      -1.101927     -2.357721       0.129556 23217 
     H      -0.311402      1.003497      -1.087220 23218 
     O       1.267891      1.538999       0.109125 23219 
     O       1.921241      1.759486      -1.137335 23220 
     H       1.867953      2.720849      -1.206270 23221 
     H      -0.420408      0.909615       1.974775 23222 
     H      -1.111338      2.179068       0.934009 23223 
Rotational constants (GHz):    1.1377600    0.8032300    0.7141800 23224 
Vibrational harmonic frequencies (cm-1): 23225 
       38.7420                   82.6064                   89.9765             23226 
      140.9355                  166.2848                  181.4542             23227 
      194.0073                  198.0101                  228.7183             23228 
      245.4862                  271.4708                  290.2566             23229 
      320.0335                  345.5311                  364.3045             23230 
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      399.3889                  435.5679                  473.5512             23231 
      507.6435                  537.4915                  617.8650             23232 
      687.6906                  757.4662                  901.8988             23233 
      951.9327                  957.2108                  978.9938             23234 
     1022.9142                 1033.3358                 1111.2255             23235 
     1121.7964                 1150.7355                 1176.7256             23236 
     1216.8743                 1246.4600                 1280.9859             23237 
     1291.1318                 1334.4241                 1379.2787             23238 
     1402.0887                 1409.7555                 1411.8299             23239 
     1415.6270                 1465.5975                 1481.8063             23240 
     1487.2930                 1509.7296                 1840.3205             23241 
     3012.0558                 3081.2376                 3095.5609             23242 
     3098.5231                 3155.4512                 3160.6612             23243 
     3190.2151                 3710.8687                 3823.9385             23244 
Zero-point correction (Hartree): 0.156016 23245 
 23246 
diHPCARP_I.mmmmptptd 23247 
-------------------- 23248 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17971395  23249 
Electronic state : 2-A 23250 
Cartesian coordinates (Angs): 23251 
     O       1.917216     -0.842451       1.647088 23252 
     O       0.708081     -1.137589       1.277612 23253 
     C       0.412716     -0.755605      -0.094043 23254 
     C       0.121646      0.756044      -0.159787 23255 
     C      -0.859635      1.186911       0.929326 23256 
     O      -2.026060      0.393106       0.907765 23257 
     O      -2.820335      0.828302      -0.184825 23258 
     H      -2.696988      0.113097      -0.831263 23259 
     C       1.515005     -1.218156      -1.030541 23260 
     H       1.630019     -2.299871      -0.964225 23261 
     H       2.453170     -0.747201      -0.756469 23262 
     H       1.249890     -0.944033      -2.048849 23263 
     C      -0.857723     -1.527386      -0.407797 23264 
     O      -1.474843     -1.351421      -1.425339 23265 
     H      -1.148765     -2.288914       0.333394 23266 
     H      -0.302774      0.962796      -1.144813 23267 
     O       1.259195      1.555644       0.039884 23268 
     O       1.880529      1.755228      -1.229860 23269 
     H       2.811111      1.677359      -0.986438 23270 
     H      -0.424995      1.031812       1.916395 23271 
     H      -1.112982      2.237557       0.800718 23272 
Rotational constants (GHz):    1.1502000    0.8013700    0.7078800 23273 
Vibrational harmonic frequencies (cm-1): 23274 
       36.6210                   72.4273                   96.5199             23275 
      144.2394                  163.6111                  181.7425             23276 
      182.9277                  197.1600                  225.9842             23277 
      244.6107                  265.3313                  290.1044             23278 
      323.1033                  346.5106                  359.3028             23279 
      396.6407                  434.0948                  473.1460             23280 
      507.4716                  536.9963                  614.1669             23281 
      684.0379                  752.9995                  899.1818             23282 
      952.2992                  953.5276                  980.6430             23283 
     1027.3409                 1032.8992                 1114.4014             23284 
     1123.6708                 1151.5538                 1172.8188             23285 
     1215.8067                 1242.3346                 1281.0873             23286 
     1292.2826                 1331.4565                 1379.4509             23287 
     1397.9584                 1406.1580                 1413.3250             23288 
     1422.2441                 1467.9181                 1479.5559             23289 
     1485.8313                 1505.5387                 1839.3951             23290 
     3018.5533                 3082.7132                 3093.3167             23291 
     3100.1019                 3157.0601                 3161.4968             23292 
     3194.1474                 3710.8304                 3831.8080             23293 
Zero-point correction (Hartree): 0.155937 23294 
 23295 
diHPCARP_I.mmmmpttmd 23296 
-------------------- 23297 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17927717  23298 
Electronic state : 2-A 23299 
Cartesian coordinates (Angs): 23300 
     O       2.140971     -0.738502       1.442752 23301 
     O       0.952411     -1.185962       1.174406 23302 
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     C       0.504466     -0.844534      -0.165513 23303 
     C       0.141924      0.640530      -0.266691 23304 
     C      -0.706532      1.099118       0.913501 23305 
     O      -1.852907      0.282410       1.055377 23306 
     O      -2.776166      0.657547       0.043783 23307 
     H      -2.715540     -0.085300      -0.579021 23308 
     C       1.526585     -1.285647      -1.199749 23309 
     H       1.706470     -2.356781      -1.117075 23310 
     H       2.457323     -0.748595      -1.045557 23311 
     H       1.133659     -1.067538      -2.191183 23312 
     C      -0.762372     -1.674088      -0.324247 23313 
     O      -1.495753     -1.551133      -1.268444 23314 
     H      -0.931922     -2.428974       0.460020 23315 
     H      -0.417320      0.756641      -1.199577 23316 
     O       1.340555      1.386642      -0.341121 23317 
     O       0.975157      2.702652      -0.744625 23318 
     H       1.416734      2.767608      -1.600199 23319 
     H      -0.151649      0.980834       1.843721 23320 
     H      -0.996319      2.140600       0.788038 23321 
Rotational constants (GHz):    1.0339700    0.8913200    0.6772500 23322 
Vibrational harmonic frequencies (cm-1): 23323 
       36.1536                   84.9452                   95.2118             23324 
      115.1148                  168.8394                  173.3731             23325 
      180.3136                  187.7826                  223.6854             23326 
      237.8501                  253.0631                  267.6497             23327 
      310.6981                  329.0858                  348.4527             23328 
      416.2058                  443.6033                  473.4913             23329 
      474.6904                  538.1982                  602.9672             23330 
      683.4428                  780.9741                  901.8610             23331 
      952.3650                  954.7714                  979.7158             23332 
     1018.2693                 1050.0393                 1105.5140             23333 
     1128.1165                 1142.3889                 1168.8576             23334 
     1222.1483                 1254.4788                 1278.7829             23335 
     1288.0917                 1347.6911                 1376.3467             23336 
     1397.2880                 1403.6854                 1414.0374             23337 
     1424.6994                 1460.5583                 1486.8406             23338 
     1488.7898                 1502.1729                 1844.6598             23339 
     3017.7042                 3075.6673                 3081.7763             23340 
     3102.4948                 3157.3994                 3160.1947             23341 
     3187.9718                 3723.7643                 3827.2629             23342 
Zero-point correction (Hartree): 0.155718 23343 
 23344 
diHPCARP_I.mmmmptttd 23345 
-------------------- 23346 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17962573  23347 
Electronic state : 2-A 23348 
Cartesian coordinates (Angs): 23349 
     O       2.019937     -0.731648       1.519180 23350 
     O       0.886334     -1.259447       1.173040 23351 
     C       0.475351     -0.876028      -0.168317 23352 
     C       0.177586      0.622422      -0.259558 23353 
     C      -0.648925      1.112159       0.922875 23354 
     O      -1.832061      0.350941       1.063987 23355 
     O      -2.737293      0.771849       0.054593 23356 
     H      -2.693414      0.040873      -0.583832 23357 
     C       1.504552     -1.345082      -1.183478 23358 
     H       1.616760     -2.427440      -1.133940 23359 
     H       2.457377     -0.867204      -0.975605 23360 
     H       1.167627     -1.064952      -2.179769 23361 
     C      -0.816127     -1.657565      -0.361328 23362 
     O      -1.552285     -1.468196      -1.291818 23363 
     H      -1.003278     -2.445511       0.386103 23364 
     H      -0.378757      0.761748      -1.190173 23365 
     O       1.400183      1.325086      -0.353651 23366 
     O       1.091976      2.578888      -0.960431 23367 
     H       1.460857      3.194399      -0.315602 23368 
     H      -0.101530      0.966774       1.854138 23369 
     H      -0.894586      2.166097       0.798324 23370 
Rotational constants (GHz):    1.0286700    0.8892100    0.6887700 23371 
Vibrational harmonic frequencies (cm-1): 23372 
       44.4891                   83.2399                   98.3492             23373 
      113.9242                  154.9143                  176.0904             23374 
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      180.4031                  186.0442                  221.2260             23375 
      230.4824                  251.1206                  266.2548             23376 
      302.3976                  328.0474                  354.5051             23377 
      426.0878                  443.6635                  470.1840             23378 
      475.0082                  534.7251                  602.8823             23379 
      686.3058                  781.3969                  901.6747             23380 
      954.0043                  956.8469                  979.1365             23381 
     1019.8539                 1052.0888                 1106.8676             23382 
     1126.9688                 1138.4529                 1169.6308             23383 
     1220.9511                 1257.1508                 1281.0621             23384 
     1290.9341                 1350.1197                 1374.9220             23385 
     1397.7846                 1409.9658                 1415.2654             23386 
     1420.5585                 1461.6982                 1485.8903             23387 
     1488.0070                 1498.0493                 1846.7309             23388 
     3012.7372                 3080.6686                 3084.0205             23389 
     3093.1748                 3149.5336                 3159.4929             23390 
     3185.8682                 3719.4465                 3834.5808             23391 
Zero-point correction (Hartree): 0.155681 23392 
 23393 
diHPCARP_I.mtmmmtmtd 23394 
-------------------- 23395 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17657443  23396 
Electronic state : 2-A 23397 
Cartesian coordinates (Angs): 23398 
     O      -1.309421      2.038959      -1.286410 23399 
     O      -1.786659      1.076624      -0.562892 23400 
     C      -0.779587      0.471289       0.300597 23401 
     C       0.315558     -0.131286      -0.597867 23402 
     C       1.420071     -0.856224       0.172034 23403 
     O       2.363506      0.036961       0.722677 23404 
     O       3.009890      0.698161      -0.360971 23405 
     H       3.917416      0.388157      -0.256498 23406 
     C      -0.220609      1.509507       1.255281 23407 
     H      -1.042923      2.033683       1.739936 23408 
     H       0.399076      2.222521       0.716639 23409 
     H       0.378156      1.013593       2.014585 23410 
     C      -1.570975     -0.589644       1.059440 23411 
     O      -1.167094     -1.081194       2.074602 23412 
     H      -2.544300     -0.858177       0.618734 23413 
     H       0.753797      0.693691      -1.161886 23414 
     O      -0.227725     -0.950732      -1.608585 23415 
     O      -0.798649     -2.088140      -0.956695 23416 
     H      -0.459374     -2.807723      -1.501607 23417 
     H       1.031366     -1.400001       1.032643 23418 
     H       1.909262     -1.552708      -0.513258 23419 
Rotational constants (GHz):    1.0511400    0.7734100    0.7199300 23420 
Vibrational harmonic frequencies (cm-1): 23421 
       36.4446                   53.8144                   61.4112             23422 
      101.3740                  118.0838                  135.4561             23423 
      167.6778                  189.8212                  211.6408             23424 
      218.2193                  230.6300                  258.4949             23425 
      295.2955                  303.9854                  337.3901             23426 
      352.7393                  439.0580                  471.5533             23427 
      484.9981                  525.9445                  654.4390             23428 
      685.6056                  804.0683                  886.8680             23429 
      919.1548                  957.1850                  978.3437             23430 
     1005.2749                 1055.5570                 1098.1149             23431 
     1111.9642                 1124.2290                 1174.7324             23432 
     1197.2631                 1247.0145                 1291.8202             23433 
     1307.2463                 1333.5601                 1364.2902             23434 
     1390.6906                 1402.5317                 1406.8035             23435 
     1420.8958                 1434.6277                 1479.5810             23436 
     1481.4482                 1498.7130                 1863.4473             23437 
     3012.5480                 3065.1402                 3084.0022             23438 
     3114.3308                 3141.0315                 3164.0900             23439 
     3181.9111                 3831.4813                 3839.6263             23440 
Zero-point correction (Hartree): 0.154924 23441 
 23442 
diHPCARP_I.mtpmptmmd 23443 
-------------------- 23444 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18145041  23445 
Electronic state : 2-A 23446 
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Cartesian coordinates (Angs): 23447 
     O       2.938644      0.118719      -0.708431 23448 
     O       2.214788     -0.115305       0.337106 23449 
     C       0.826970     -0.450499       0.005021 23450 
     C       0.221098      0.782649      -0.685193 23451 
     C      -1.141933      0.630479      -1.352063 23452 
     O      -2.213850      0.400726      -0.455942 23453 
     O      -2.539123     -0.980765      -0.456913 23454 
     H      -2.051346     -1.304829       0.324677 23455 
     C       0.803140     -1.677280      -0.888514 23456 
     H       1.407804     -2.466312      -0.444916 23457 
     H       1.206907     -1.431833      -1.868781 23458 
     H      -0.218887     -2.033917      -0.991779 23459 
     C       0.255981     -0.770374       1.384760 23460 
     O      -0.744796     -1.417433       1.550064 23461 
     H       0.872596     -0.434260       2.229307 23462 
     H       0.929390      1.038498      -1.479241 23463 
     O       0.253772      1.923168       0.152257 23464 
     O      -0.420490      1.634360       1.367313 23465 
     H      -1.354934      1.588841       1.105457 23466 
     H      -1.359083      1.590313      -1.824628 23467 
     H      -1.135546     -0.144111      -2.117792 23468 
Rotational constants (GHz):    1.2814400    0.8092300    0.7361600 23469 
Vibrational harmonic frequencies (cm-1): 23470 
       76.9259                   97.4747                  120.6449             23471 
      139.1322                  173.6478                  197.6812             23472 
      217.5111                  224.6226                  250.7408             23473 
      272.3199                  298.4390                  325.3947             23474 
      339.5374                  365.1782                  422.8480             23475 
      453.6254                  480.8479                  508.8620             23476 
      552.8744                  625.2689                  662.7669             23477 
      712.2404                  840.9212                  880.0117             23478 
      912.8593                  921.8924                  991.8437             23479 
     1001.4657                 1015.4342                 1074.1722             23480 
     1118.1514                 1134.0171                 1164.0116             23481 
     1200.7676                 1256.0607                 1296.5799             23482 
     1316.8704                 1347.7437                 1375.7388             23483 
     1405.2330                 1407.0022                 1427.7319             23484 
     1451.0571                 1466.7942                 1495.4615             23485 
     1501.4332                 1510.3506                 1839.9271             23486 
     3051.6590                 3073.5575                 3081.9811             23487 
     3084.0185                 3137.4859                 3161.9046             23488 
     3177.2965                 3584.8616                 3724.0720             23489 
Zero-point correction (Hartree): 0.157077 23490 
 23491 
diHPCARP_I.mtppmttpd 23492 
-------------------- 23493 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18147760  23494 
Electronic state : 2-A 23495 
Cartesian coordinates (Angs): 23496 
     O      -2.831506      1.084118       0.438169 23497 
     O      -2.253020      0.408018      -0.500544 23498 
     C      -1.061620     -0.305282      -0.031776 23499 
     C      -0.012748      0.730460       0.389994 23500 
     C       1.011552      0.253085       1.410637 23501 
     O       1.715366     -0.916402       1.071324 23502 
     O       2.569147     -0.609188      -0.024477 23503 
     H       2.054581     -1.002216      -0.751581 23504 
     C      -1.471760     -1.268721       1.072093 23505 
     H      -2.292599     -1.895028       0.724342 23506 
     H      -1.807780     -0.707566       1.941931 23507 
     H      -0.624655     -1.898730       1.334835 23508 
     C      -0.684955     -1.123990      -1.262557 23509 
     O       0.381108     -1.640508      -1.436607 23510 
     H      -1.514615     -1.261331      -1.976954 23511 
     H      -0.555499      1.557452       0.861746 23512 
     O       0.545496      1.169774      -0.840098 23513 
     O       1.562636      2.114938      -0.584639 23514 
     H       2.342535      1.536876      -0.548615 23515 
     H       1.707241      1.065884       1.620976 23516 
     H       0.494152      0.005363       2.337947 23517 
Rotational constants (GHz):    1.2978300    0.7844800    0.6955300 23518 



340 
 

Vibrational harmonic frequencies (cm-1): 23519 
       63.0006                  104.0733                  119.3104             23520 
      134.8990                  155.3282                  184.0328             23521 
      209.3173                  232.6127                  247.7383             23522 
      271.8181                  283.7266                  310.1849             23523 
      343.0730                  357.8084                  442.5301             23524 
      474.6862                  481.5425                  511.5193             23525 
      539.0252                  605.3101                  650.4790             23526 
      717.3181                  820.2024                  882.1970             23527 
      894.3508                  959.3406                  974.9805             23528 
      990.3503                 1053.4290                 1070.7638             23529 
     1125.4617                 1133.3694                 1171.5596             23530 
     1202.3519                 1282.9044                 1298.2774             23531 
     1308.9956                 1358.3494                 1380.5545             23532 
     1396.5119                 1410.6025                 1432.8307             23533 
     1448.7930                 1460.9239                 1481.6627             23534 
     1500.0854                 1505.4538                 1872.7594             23535 
     2996.8928                 3047.3739                 3074.8097             23536 
     3091.5749                 3135.3891                 3153.7555             23537 
     3171.6065                 3678.5893                 3725.2141             23538 
Zero-point correction (Hartree): 0.157038 23539 
 23540 
diHPCARP_I.mtppttmmd 23541 
-------------------- 23542 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18062379  23543 
Electronic state : 2-A 23544 
Cartesian coordinates (Angs): 23545 
     O       2.959501      0.417874      -0.492471 23546 
     O       2.185820      0.080554       0.486954 23547 
     C       0.875716     -0.401256       0.038751 23548 
     C       0.187290      0.767903      -0.683810 23549 
     C      -1.042540      0.410618      -1.531210 23550 
     O      -1.904511     -0.603700      -1.078817 23551 
     O      -2.627569     -0.134034       0.051945 23552 
     H      -2.337114     -0.785995       0.712928 23553 
     C       1.058884     -1.605662      -0.866925 23554 
     H       1.720448     -2.325273      -0.387771 23555 
     H       1.500114     -1.299724      -1.813443 23556 
     H       0.091610     -2.072658      -1.034770 23557 
     C       0.236254     -0.814240       1.364916 23558 
     O      -0.703755     -1.558480       1.441967 23559 
     H       0.752777     -0.432308       2.257688 23560 
     H       0.932526      1.143775      -1.391283 23561 
     O      -0.002307      1.889305       0.152911 23562 
     O      -0.734422      1.521178       1.307812 23563 
     H      -1.632761      1.370229       0.965081 23564 
     H      -1.601024      1.333617      -1.709218 23565 
     H      -0.702251      0.022591      -2.491944 23566 
Rotational constants (GHz):    1.3178300    0.8008200    0.7594200 23567 
Vibrational harmonic frequencies (cm-1): 23568 
       79.0758                  119.1178                  132.1496             23569 
      155.7369                  171.4964                  196.3178             23570 
      222.5421                  231.3197                  242.4918             23571 
      245.1279                  272.7970                  321.6204             23572 
      340.9596                  349.4047                  426.5017             23573 
      432.6414                  468.2613                  482.5658             23574 
      595.1780                  635.1594                  652.4271             23575 
      689.7962                  792.1075                  870.4609             23576 
      898.1093                  956.6065                  993.4693             23577 
     1009.9842                 1035.7251                 1064.3488             23578 
     1117.8250                 1134.4326                 1176.1108             23579 
     1202.4329                 1260.3132                 1298.2878             23580 
     1309.3879                 1354.3667                 1390.5850             23581 
     1400.4304                 1407.4062                 1427.5501             23582 
     1443.3329                 1463.7315                 1486.3582             23583 
     1495.3738                 1501.4930                 1846.3233             23584 
     3032.1714                 3061.6589                 3074.6498             23585 
     3082.3170                 3125.2822                 3159.9097             23586 
     3179.2735                 3680.4866                 3705.0347             23587 
Zero-point correction (Hartree): 0.156966 23588 
 23589 
diHPCARP_I.mttmmtmmd 23590 
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-------------------- 23591 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18003973  23592 
Electronic state : 2-A 23593 
Cartesian coordinates (Angs): 23594 
     O       2.342456     -1.832547       0.107535 23595 
     O       2.095890     -0.744560      -0.550440 23596 
     C       1.191470      0.144976       0.163097 23597 
     C      -0.160590     -0.574993       0.315591 23598 
     C      -1.192636      0.290765       1.036006 23599 
     O      -2.439250     -0.369844       1.139555 23600 
     O      -3.143049     -0.188905      -0.085277 23601 
     H      -3.888728      0.351528       0.203460 23602 
     C       1.791156      0.525502       1.505082 23603 
     H       2.832241      0.813825       1.369747 23604 
     H       1.744125     -0.314250       2.195362 23605 
     H       1.251757      1.378087       1.911617 23606 
     C       1.099306      1.364832      -0.751062 23607 
     O       0.710226      2.425020      -0.349388 23608 
     H       1.437226      1.208187      -1.786577 23609 
     H       0.021258     -1.482634       0.895596 23610 
     O      -0.628320     -1.082709      -0.910328 23611 
     O      -0.902940      0.005972      -1.777884 23612 
     H      -1.852324      0.130075      -1.619108 23613 
     H      -0.879431      0.446314       2.068182 23614 
     H      -1.318456      1.262964       0.559254 23615 
Rotational constants (GHz):    1.3342500    0.6983500    0.6483100 23616 
Vibrational harmonic frequencies (cm-1): 23617 
       56.8251                   73.3657                  113.1993             23618 
      136.2671                  156.9709                  187.9667             23619 
      193.8087                  223.4359                  230.3517             23620 
      264.6978                  276.0786                  300.4016             23621 
      324.0408                  332.5676                  350.7699             23622 
      413.0475                  469.6417                  488.4844             23623 
      492.2664                  574.8064                  658.1892             23624 
      675.7699                  824.4759                  888.4842             23625 
      909.4985                  955.7853                  995.4453             23626 
     1002.5364                 1012.7332                 1093.3239             23627 
     1121.9250                 1140.8944                 1172.0932             23628 
     1201.0117                 1240.2914                 1292.7777             23629 
     1313.8935                 1327.3357                 1388.6983             23630 
     1398.0946                 1398.4764                 1417.2100             23631 
     1429.3103                 1439.6292                 1474.8371             23632 
     1490.9965                 1503.5472                 1858.3470             23633 
     3027.1118                 3080.7919                 3092.0797             23634 
     3098.0019                 3146.6412                 3159.7290             23635 
     3171.4722                 3729.7287                 3823.4254             23636 
Zero-point correction (Hartree): 0.156313 23637 
 23638 
diHPCARP_I.mttmptmmd 23639 
-------------------- 23640 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18179617  23641 
Electronic state : 2-A 23642 
Cartesian coordinates (Angs): 23643 
     O       2.202283     -1.932917       0.142131 23644 
     O       2.033461     -0.840469      -0.532973 23645 
     C       1.189858      0.119527       0.163264 23646 
     C      -0.200719     -0.512080       0.341227 23647 
     C      -1.198326      0.426525       1.013585 23648 
     O      -2.455628     -0.194953       1.186585 23649 
     O      -3.148453     -0.155623      -0.058023 23650 
     H      -3.090382     -1.079998      -0.336682 23651 
     C       1.818477      0.491272       1.494795 23652 
     H       2.873477      0.716427       1.348079 23653 
     H       1.727773     -0.330860       2.201718 23654 
     H       1.331045      1.380938       1.887050 23655 
     C       1.171858      1.325141      -0.774086 23656 
     O       0.815312      2.406072      -0.399883 23657 
     H       1.533603      1.137497      -1.796496 23658 
     H      -0.072872     -1.406837       0.954880 23659 
     O      -0.697715     -1.040168      -0.872718 23660 
     O      -0.877746      0.025764      -1.791377 23661 
     H      -1.779814      0.320082      -1.580560 23662 
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     H      -0.867188      0.652751       2.026513 23663 
     H      -1.314640      1.366029       0.472851 23664 
Rotational constants (GHz):    1.3180500    0.7077400    0.6544600 23665 
Vibrational harmonic frequencies (cm-1): 23666 
       56.9562                   80.0522                  112.5985             23667 
      136.5298                  161.6949                  178.0388             23668 
      205.8745                  225.2391                  232.1509             23669 
      261.8352                  290.7056                  325.4449             23670 
      330.0754                  350.2419                  396.1628             23671 
      419.4674                  468.4117                  477.4597             23672 
      572.1118                  583.0027                  658.4413             23673 
      674.6378                  832.0966                  888.7621             23674 
      912.3133                  953.0334                  995.4281             23675 
     1005.8812                 1010.4513                 1098.3999             23676 
     1121.0700                 1137.0396                 1166.0532             23677 
     1198.7784                 1243.5929                 1291.8754             23678 
     1310.2884                 1324.3324                 1387.9688             23679 
     1398.0629                 1408.7721                 1417.5878             23680 
     1421.8581                 1438.1600                 1481.5194             23681 
     1491.0001                 1503.3914                 1860.2372             23682 
     3026.4315                 3081.6449                 3093.9494             23683 
     3099.3023                 3149.0705                 3160.6805             23684 
     3172.7775                 3705.8500                 3795.6853             23685 
Zero-point correction (Hartree): 0.156693 23686 
 23687 
diHPCARP_I.mttpmtmmd 23688 
-------------------- 23689 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18159726  23690 
Electronic state : 2-A 23691 
Cartesian coordinates (Angs): 23692 
     O       1.922483     -2.141526      -0.265891 23693 
     O       1.962791     -0.903855      -0.645557 23694 
     C       1.164522     -0.031324       0.205033 23695 
     C      -0.300864     -0.470387       0.102678 23696 
     C      -1.225873      0.379688       0.985565 23697 
     O      -2.538802      0.384032       0.468069 23698 
     O      -3.026995     -0.948659       0.507244 23699 
     H      -2.813299     -1.262362      -0.383897 23700 
     C       1.660181     -0.096949       1.637452 23701 
     H       2.737838      0.054453       1.659390 23702 
     H       1.427108     -1.065293       2.074904 23703 
     H       1.193116      0.697585       2.215723 23704 
     C       1.401674      1.353793      -0.394767 23705 
     O       1.232395      2.354757       0.240997 23706 
     H       1.757917      1.363370      -1.436227 23707 
     H      -0.338741     -1.519611       0.400949 23708 
     O      -0.766608     -0.511040      -1.231488 23709 
     O      -0.822505      0.815472      -1.733339 23710 
     H      -1.710945      1.093608      -1.459460 23711 
     H      -1.222186      0.006257       2.010181 23712 
     H      -0.930720      1.429633       0.982385 23713 
Rotational constants (GHz):    1.2630000    0.7314800    0.6490400 23714 
Vibrational harmonic frequencies (cm-1): 23715 
       60.5337                   84.4298                  109.9107             23716 
      128.1345                  154.1846                  176.5181             23717 
      199.2512                  223.9823                  233.3368             23718 
      268.1047                  299.0596                  310.1988             23719 
      349.2318                  363.2705                  405.4643             23720 
      437.3028                  470.3620                  476.8206             23721 
      497.0004                  584.6950                  663.7539             23722 
      737.7576                  803.4173                  884.9988             23723 
      915.2714                  958.3673                  993.1648             23724 
     1000.4856                 1014.9616                 1084.4057             23725 
     1125.2704                 1136.3172                 1177.5288             23726 
     1203.8576                 1252.6538                 1292.9668             23727 
     1306.9014                 1328.8949                 1394.4344             23728 
     1398.7563                 1407.0030                 1418.5768             23729 
     1424.1068                 1432.1512                 1486.2609             23730 
     1493.2757                 1502.3272                 1862.2730             23731 
     3024.1434                 3082.1639                 3084.0359             23732 
     3105.9400                 3140.5847                 3162.6564             23733 
     3171.2994                 3743.0470                 3773.7575             23734 
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Zero-point correction (Hartree): 0.156782 23735 
 23736 
diHPCARP_I.pmmmptmpd 23737 
-------------------- 23738 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18230607  23739 
Electronic state : 2-A 23740 
Cartesian coordinates (Angs): 23741 
     O      -0.680550      0.411094       2.114874 23742 
     O      -1.248753      0.908815       1.054981 23743 
     C      -0.388486      0.887114      -0.113115 23744 
     C      -0.239332     -0.542592      -0.678437 23745 
     C       0.430454     -1.540338       0.261394 23746 
     O       1.689226     -1.066442       0.686834 23747 
     O       2.577282     -1.147017      -0.419119 23748 
     H       2.727305     -0.209852      -0.625373 23749 
     C      -1.064284      1.806490      -1.117165 23750 
     H      -1.193150      2.801073      -0.694055 23751 
     H      -2.035276      1.404052      -1.397328 23752 
     H      -0.440278      1.877331      -2.005161 23753 
     C       0.977626      1.448893       0.256258 23754 
     O       1.832422      1.594137      -0.576850 23755 
     H       1.113761      1.750892       1.305103 23756 
     H       0.388296     -0.431882      -1.566772 23757 
     O      -1.453226     -1.039047      -1.195613 23758 
     O      -2.270255     -1.492894      -0.122531 23759 
     H      -2.819597     -0.721209       0.070284 23760 
     H      -0.141370     -1.681675       1.173704 23761 
     H       0.535264     -2.495295      -0.254617 23762 
Rotational constants (GHz):    1.1394500    0.8871400    0.7343500 23763 
Vibrational harmonic frequencies (cm-1): 23764 
       54.7424                  101.1708                  128.7051             23765 
      164.5172                  176.1270                  181.8947             23766 
      206.7427                  212.5676                  236.7001             23767 
      258.6166                  268.0380                  290.6280             23768 
      314.2018                  320.6091                  345.3723             23769 
      419.1488                  449.4953                  459.5091             23770 
      541.4376                  561.4985                  634.7948             23771 
      689.8484                  766.0982                  905.9451             23772 
      938.8085                  953.0590                  974.1027             23773 
      979.4625                 1040.8227                 1112.6927             23774 
     1128.2772                 1132.2069                 1177.5246             23775 
     1211.3022                 1239.2257                 1281.4761             23776 
     1282.8521                 1335.3524                 1368.8945             23777 
     1400.0823                 1405.8700                 1415.7068             23778 
     1417.4747                 1459.6142                 1488.7912             23779 
     1492.6053                 1495.3440                 1834.4147             23780 
     3037.2085                 3082.9263                 3089.4735             23781 
     3096.5582                 3163.3858                 3172.9224             23782 
     3177.4382                 3722.4239                 3798.4556             23783 
Zero-point correction (Hartree): 0.156271 23784 
 23785 
diHPCARP_I.pmmmptmtd 23786 
-------------------- 23787 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18193339  23788 
Electronic state : 2-A 23789 
Cartesian coordinates (Angs): 23790 
     O      -0.329299      0.600437       2.156839 23791 
     O      -1.135870      0.886560       1.177662 23792 
     C      -0.478834      0.847117      -0.111915 23793 
     C      -0.228978     -0.587984      -0.611903 23794 
     C       0.518494     -1.485537       0.367677 23795 
     O       1.781755     -0.947486       0.689934 23796 
     O       2.609896     -1.079803      -0.457121 23797 
     H       2.667727     -0.161981      -0.768317 23798 
     C      -1.404193      1.607263      -1.049734 23799 
     H      -1.505770      2.641845      -0.725819 23800 
     H      -2.381634      1.130646      -1.049866 23801 
     H      -0.993109      1.585309      -2.056700 23802 
     C       0.843630      1.593569       0.000646 23803 
     O       1.655040      1.586953      -0.885586 23804 
     H       0.978436      2.188733       0.916829 23805 
     H       0.385225     -0.473753      -1.508836 23806 
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     O      -1.393863     -1.200228      -1.110107 23807 
     O      -2.287918     -1.393458      -0.011650 23808 
     H      -2.478567     -2.335748      -0.092062 23809 
     H      -0.004146     -1.571410       1.317567 23810 
     H       0.633188     -2.474016      -0.081175 23811 
Rotational constants (GHz):    1.1305300    0.8808100    0.7429700 23812 
Vibrational harmonic frequencies (cm-1): 23813 
       49.4976                   86.4304                  111.1645             23814 
      138.7371                  168.0727                  184.5900             23815 
      193.9351                  208.9827                  222.3452             23816 
      238.2032                  258.0621                  280.9039             23817 
      304.3252                  311.9859                  340.0192             23818 
      432.3553                  451.3066                  457.8904             23819 
      547.2525                  562.0876                  637.5450             23820 
      681.8126                  773.1511                  913.0746             23821 
      945.7745                  954.4738                  974.6539             23822 
      976.0741                 1042.2851                 1115.2826             23823 
     1126.0122                 1134.3677                 1181.3815             23824 
     1223.9652                 1237.9166                 1278.8734             23825 
     1286.1599                 1338.7872                 1366.8262             23826 
     1399.0075                 1404.5700                 1415.2749             23827 
     1428.2766                 1452.9131                 1486.9373             23828 
     1489.6797                 1498.4511                 1842.2269             23829 
     3028.0341                 3079.0712                 3080.5418             23830 
     3095.9931                 3159.2308                 3161.3388             23831 
     3175.1887                 3731.2534                 3835.2517             23832 
Zero-point correction (Hartree): 0.156054 23833 
 23834 
diHPCARP_I.pmmmptppd 23835 
-------------------- 23836 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18163056  23837 
Electronic state : 2-A 23838 
Cartesian coordinates (Angs): 23839 
     O      -0.438365      1.530845      -1.836540 23840 
     O       0.651244      1.477280      -1.127189 23841 
     C       0.458241      0.821396       0.150532 23842 
     C       0.400850     -0.706567      -0.024730 23843 
     C      -0.699347     -1.189727      -0.967283 23844 
     O      -1.965698     -0.719063      -0.567979 23845 
     O      -2.342620     -1.445717       0.592779 23846 
     H      -2.239767     -0.777160       1.290039 23847 
     C       1.647432      1.257958       0.993057 23848 
     H       1.636318      2.339147       1.123129 23849 
     H       2.568816      0.964266       0.495784 23850 
     H       1.597326      0.776080       1.966362 23851 
     C      -0.821959      1.331806       0.791682 23852 
     O      -1.236412      0.866819       1.820565 23853 
     H      -1.307008      2.184692       0.293427 23854 
     H       0.230454     -1.128985       0.967232 23855 
     O       1.607992     -1.210706      -0.555698 23856 
     O       2.504355     -1.488766       0.516002 23857 
     H       2.602473     -2.445540       0.432878 23858 
     H      -0.551723     -0.807707      -1.976003 23859 
     H      -0.692162     -2.279537      -0.987903 23860 
Rotational constants (GHz):    1.0681900    0.8511400    0.7373100 23861 
Vibrational harmonic frequencies (cm-1): 23862 
       61.3191                   88.9301                  118.9757             23863 
      140.3092                  175.0626                  183.4713             23864 
      204.6973                  225.9301                  236.0344             23865 
      265.3362                  274.7700                  288.7580             23866 
      295.7675                  317.5835                  355.2568             23867 
      400.9790                  442.2807                  484.5998             23868 
      533.7750                  553.5503                  624.5579             23869 
      668.0962                  756.7548                  911.8749             23870 
      951.4571                  955.4284                  971.7277             23871 
     1020.7997                 1037.4969                 1108.1911             23872 
     1123.7192                 1143.6070                 1177.7394             23873 
     1225.7007                 1238.1300                 1283.4387             23874 
     1284.3130                 1334.7419                 1378.9413             23875 
     1405.4849                 1407.8180                 1410.3880             23876 
     1416.4196                 1461.2337                 1485.4069             23877 
     1487.5294                 1504.3328                 1836.4475             23878 
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     3030.1869                 3082.0922                 3092.2550             23879 
     3100.5720                 3153.6280                 3162.3357             23880 
     3179.9427                 3716.6604                 3822.5091             23881 
Zero-point correction (Hartree): 0.156281 23882 
 23883 
diHPCARP_I.pmmmpttmd 23884 
-------------------- 23885 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18014921  23886 
Electronic state : 2-A 23887 
Cartesian coordinates (Angs): 23888 
     O      -0.793363     -1.128871       2.002305 23889 
     O      -0.056087     -1.701833       1.096247 23890 
     C      -0.125271     -1.035924      -0.188741 23891 
     C       0.707011      0.252625      -0.198617 23892 
     C       0.287149      1.282020       0.843630 23893 
     O      -1.079924      1.613685       0.719850 23894 
     O      -1.219816      2.426237      -0.437376 23895 
     H      -1.663374      1.821635      -1.054203 23896 
     C       0.391094     -2.058603      -1.190804 23897 
     H      -0.257944     -2.932704      -1.204504 23898 
     H       1.397391     -2.363702      -0.916584 23899 
     H       0.400816     -1.610454      -2.182056 23900 
     C      -1.578881     -0.712771      -0.515285 23901 
     O      -1.878029     -0.133858      -1.525007 23902 
     H      -2.328600     -1.096291       0.192309 23903 
     H       0.590468      0.677507      -1.200104 23904 
     O       2.053688     -0.136452       0.001968 23905 
     O       2.866692      0.987245      -0.310855 23906 
     H       3.327176      0.677212      -1.100391 23907 
     H       0.399053      0.879450       1.848921 23908 
     H       0.903113      2.174052       0.738458 23909 
Rotational constants (GHz):    0.9819200    0.9235800    0.7146400 23910 
Vibrational harmonic frequencies (cm-1): 23911 
       57.5692                   89.1050                  105.5978             23912 
      143.5437                  172.6545                  177.4236             23913 
      198.7018                  204.8152                  220.5551             23914 
      241.1413                  259.0395                  277.0765             23915 
      302.9766                  314.2062                  340.8273             23916 
      425.6837                  442.8396                  453.8288             23917 
      531.1668                  558.0234                  601.3456             23918 
      663.9686                  775.8574                  911.2744             23919 
      948.6807                  953.5072                  972.6365             23920 
     1020.2621                 1054.5670                 1107.4721             23921 
     1128.6210                 1141.3003                 1169.7357             23922 
     1227.5060                 1241.8139                 1280.3875             23923 
     1283.9299                 1340.4699                 1374.4828             23924 
     1400.9607                 1404.5074                 1414.7629             23925 
     1423.6744                 1457.4446                 1487.2797             23926 
     1491.6490                 1501.1613                 1838.5440             23927 
     3034.0303                 3069.7025                 3083.2121             23928 
     3101.4548                 3157.7258                 3161.1331             23929 
     3179.3792                 3725.4893                 3823.6648             23930 
Zero-point correction (Hartree): 0.155987 23931 
 23932 
diHPCARP_I.pmmmptttd 23933 
-------------------- 23934 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18049043  23935 
Electronic state : 2-A 23936 
Cartesian coordinates (Angs): 23937 
     O      -0.774169     -1.154889       1.996520 23938 
     O      -0.024820     -1.710861       1.089619 23939 
     C      -0.106680     -1.039601      -0.192719 23940 
     C       0.699819      0.264311      -0.190260 23941 
     C       0.257029      1.285178       0.850637 23942 
     O      -1.110626      1.607545       0.727690 23943 
     O      -1.257255      2.413110      -0.432981 23944 
     H      -1.677554      1.795740      -1.053882 23945 
     C       0.433818     -2.042297      -1.202066 23946 
     H      -0.193017     -2.932457      -1.219995 23947 
     H       1.449320     -2.319762      -0.933575 23948 
     H       0.432042     -1.586246      -2.189617 23949 
     C      -1.567398     -0.751727      -0.518007 23950 
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     O      -1.881963     -0.150463      -1.509403 23951 
     H      -2.307842     -1.184730       0.171100 23952 
     H       0.589722      0.687064      -1.192112 23953 
     O       2.053014     -0.097089       0.015993 23954 
     O       2.850143      0.960243      -0.505921 23955 
     H       3.342364      1.235526       0.277090 23956 
     H       0.368562      0.882386       1.856391 23957 
     H       0.862277      2.186529       0.746958 23958 
Rotational constants (GHz):    0.9799900    0.9213600    0.7138000 23959 
Vibrational harmonic frequencies (cm-1): 23960 
       52.2277                   82.8160                   94.1528             23961 
      130.9756                  171.3448                  178.9613             23962 
      198.9803                  210.0510                  230.1692             23963 
      238.9218                  258.9155                  276.9389             23964 
      301.5973                  311.9423                  341.1440             23965 
      431.2455                  443.0582                  460.6962             23966 
      531.8765                  559.2732                  604.2053             23967 
      663.2439                  775.2701                  911.7357             23968 
      950.4086                  955.2400                  971.4241             23969 
     1022.5962                 1057.5667                 1109.7254             23970 
     1131.0234                 1136.4048                 1171.3083             23971 
     1230.4368                 1241.5803                 1283.2953             23972 
     1285.9260                 1340.1292                 1374.2635             23973 
     1401.7932                 1409.6132                 1416.9370             23974 
     1418.8849                 1458.7249                 1485.8082             23975 
     1491.0005                 1498.9718                 1840.7640             23976 
     3032.8164                 3082.6372                 3084.9201             23977 
     3087.7486                 3146.9353                 3162.8977             23978 
     3181.3793                 3721.2609                 3828.8189             23979 
Zero-point correction (Hartree): 0.155993 23980 
 23981 
diHPCARP_I.pmtmmtmmd 23982 
-------------------- 23983 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18111412  23984 
Electronic state : 2-A 23985 
Cartesian coordinates (Angs): 23986 
     O       1.163701     -0.552331       2.040627 23987 
     O       1.209013      0.553953       1.358896 23988 
     C       1.202856      0.300592      -0.071129 23989 
     C      -0.198460     -0.034951      -0.604001 23990 
     C      -0.982090     -1.006124       0.272438 23991 
     O      -2.232981     -1.317020      -0.313425 23992 
     O      -3.149108     -0.279424       0.026253 23993 
     H      -3.782676     -0.761729       0.571405 23994 
     C       1.765615      1.560682      -0.705731 23995 
     H       2.798222      1.711379      -0.392928 23996 
     H       1.164664      2.413944      -0.399933 23997 
     H       1.723783      1.470036      -1.789180 23998 
     C       2.172611     -0.852505      -0.316395 23999 
     O       2.065896     -1.614425      -1.231698 24000 
     H       3.020827     -0.891532       0.388934 24001 
     H      -0.041130     -0.508401      -1.576084 24002 
     O      -0.937583      1.116419      -0.932358 24003 
     O      -1.235566      1.823105       0.263580 24004 
     H      -2.132080      1.498557       0.439880 24005 
     H      -0.448147     -1.954907       0.330493 24006 
     H      -1.133631     -0.625729       1.281327 24007 
Rotational constants (GHz):    1.3247100    0.7084400    0.6479000 24008 
Vibrational harmonic frequencies (cm-1): 24009 
       55.7733                   84.8834                   90.2422             24010 
      138.8604                  166.5976                  183.7477             24011 
      193.0079                  205.6663                  239.9213             24012 
      246.5651                  264.6135                  292.9782             24013 
      319.0497                  333.3675                  335.1649             24014 
      400.2976                  474.8700                  487.9872             24015 
      563.1082                  573.6205                  613.9256             24016 
      698.1222                  822.0578                  896.7703             24017 
      926.3389                  957.5187                  968.8501             24018 
      987.9289                 1008.2723                 1095.2825             24019 
     1117.5574                 1147.1408                 1175.2380             24020 
     1232.7575                 1238.5262                 1285.7037             24021 
     1311.0772                 1325.3870                 1388.0264             24022 
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     1396.1048                 1403.7892                 1414.9043             24023 
     1430.1397                 1440.7907                 1467.6011             24024 
     1483.9806                 1497.5109                 1871.4964             24025 
     2991.7605                 3078.1903                 3093.8289             24026 
     3099.0852                 3151.2046                 3158.7900             24027 
     3173.9566                 3751.0883                 3826.2817             24028 
Zero-point correction (Hartree): 0.156231 24029 
 24030 
diHPCARP_I.pmtmptmmd 24031 
-------------------- 24032 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18284633  24033 
Electronic state : 2-A 24034 
Cartesian coordinates (Angs): 24035 
     O       1.237757     -0.498068       2.033007 24036 
     O       1.243437      0.593194       1.325779 24037 
     C       1.184944      0.306808      -0.096018 24038 
     C      -0.227940     -0.068319      -0.562572 24039 
     C      -0.973760     -1.018307       0.368096 24040 
     O      -2.224661     -1.387930      -0.177798 24041 
     O      -3.145930     -0.327213       0.061448 24042 
     H      -3.211954      0.068877      -0.818268 24043 
     C       1.703496      1.558293      -0.783458 24044 
     H       2.745553      1.729224      -0.515900 24045 
     H       1.105555      2.412194      -0.474154 24046 
     H       1.621480      1.439633      -1.861922 24047 
     C       2.161888     -0.838127      -0.355804 24048 
     O       2.033788     -1.613781      -1.256466 24049 
     H       3.033239     -0.855586       0.321216 24050 
     H      -0.101355     -0.567326      -1.526487 24051 
     O      -1.003701      1.066385      -0.894781 24052 
     O      -1.228882      1.825603       0.284406 24053 
     H      -2.042410      1.419067       0.624521 24054 
     H      -0.418760     -1.951722       0.460095 24055 
     H      -1.117585     -0.601977       1.364672 24056 
Rotational constants (GHz):    1.3206500    0.7143100    0.6522900 24057 
Vibrational harmonic frequencies (cm-1): 24058 
       61.3418                   86.5716                   96.7428             24059 
      148.1971                  176.3940                  185.0101             24060 
      200.6873                  211.4198                  243.6862             24061 
      260.2386                  297.6695                  312.3978             24062 
      328.7506                  337.3494                  388.9482             24063 
      413.0012                  469.4711                  542.1500             24064 
      564.5748                  576.5542                  616.9928             24065 
      696.7855                  828.7881                  898.6192             24066 
      927.8836                  956.3219                  970.9617             24067 
      989.4915                 1008.1651                 1100.6400             24068 
     1118.3524                 1142.7439                 1170.5468             24069 
     1235.1075                 1238.0002                 1285.1347             24070 
     1308.8609                 1323.3225                 1388.1224             24071 
     1404.0241                 1409.8898                 1415.2784             24072 
     1422.1078                 1440.5268                 1473.6178             24073 
     1484.3062                 1499.8244                 1871.6672             24074 
     2998.2267                 3079.4640                 3092.5032             24075 
     3099.1362                 3149.6896                 3159.4183             24076 
     3175.5350                 3730.7420                 3799.6928             24077 
Zero-point correction (Hartree): 0.156764 24078 
 24079 
diHPCARP_I.pmtmtttpd 24080 
-------------------- 24081 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17918949  24082 
Electronic state : 2-A 24083 
Cartesian coordinates (Angs): 24084 
     O      -1.502848     -1.358483      -1.566195 24085 
     O      -1.510584     -0.063139      -1.446756 24086 
     C      -1.262214      0.346474      -0.075556 24087 
     C       0.227863      0.264843       0.266353 24088 
     C       0.847596     -1.104733       0.013870 24089 
     O       2.142589     -1.205772       0.584786 24090 
     O       3.059666     -0.558610      -0.294457 24091 
     H       3.692902     -1.264945      -0.466365 24092 
     C      -1.799748      1.764454       0.027548 24093 
     H      -2.880042      1.770120      -0.113579 24094 
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     H      -1.330810      2.385257      -0.730801 24095 
     H      -1.562040      2.167706       1.010108 24096 
     C      -2.097430     -0.554660       0.826772 24097 
     O      -1.786048     -0.824419       1.948938 24098 
     H      -3.050166     -0.888272       0.379316 24099 
     H       0.309136      0.492987       1.331237 24100 
     O       0.880247      1.281159      -0.472159 24101 
     O       1.903649      1.850481       0.326397 24102 
     H       2.658433      1.275986       0.118935 24103 
     H       0.272495     -1.877621       0.523831 24104 
     H       0.900333     -1.329226      -1.051032 24105 
Rotational constants (GHz):    1.2946400    0.6818200    0.6223800 24106 
Vibrational harmonic frequencies (cm-1): 24107 
       52.2912                   66.0527                   88.5704             24108 
      112.6460                  128.2789                  164.1975             24109 
      171.5623                  184.0761                  207.6493             24110 
      238.0568                  270.3285                  294.3309             24111 
      310.0262                  326.2052                  343.1822             24112 
      411.8076                  436.3667                  525.1419             24113 
      546.3983                  560.5515                  589.3184             24114 
      646.8645                  859.3906                  898.2287             24115 
      933.3517                  967.0986                  971.6546             24116 
      982.4207                 1052.8969                 1089.7732             24117 
     1115.4868                 1149.5390                 1156.5370             24118 
     1233.8181                 1249.7870                 1282.7461             24119 
     1313.9434                 1326.8446                 1372.4754             24120 
     1388.4194                 1403.3884                 1414.1132             24121 
     1432.8086                 1452.1784                 1471.6099             24122 
     1486.9335                 1495.2199                 1872.7685             24123 
     2987.1971                 3079.0404                 3088.9466             24124 
     3098.1994                 3151.5316                 3157.4658             24125 
     3178.7576                 3736.3736                 3843.0445             24126 
Zero-point correction (Hartree): 0.155754 24127 
 24128 
diHPCARP_I.pmtpmtmmd 24129 
-------------------- 24130 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18080654  24131 
Electronic state : 2-A 24132 
Cartesian coordinates (Angs): 24133 
     O       1.472043     -0.025429       2.028397 24134 
     O       1.465660      0.832625       1.050448 24135 
     C       1.175232      0.192562      -0.217559 24136 
     C      -0.319389     -0.093710      -0.411324 24137 
     C      -1.044832     -0.624386       0.827504 24138 
     O      -2.440508     -0.452028       0.691999 24139 
     O      -2.874241     -1.187867      -0.441786 24140 
     H      -2.886971     -0.502202      -1.124877 24141 
     C       1.714297      1.137591      -1.278812 24142 
     H       2.795808      1.228577      -1.186393 24143 
     H       1.256433      2.116222      -1.154524 24144 
     H       1.466291      0.753763      -2.266158 24145 
     C       1.983096     -1.103974      -0.260015 24146 
     O       1.659093     -2.050998      -0.913247 24147 
     H       2.926735     -1.072299       0.310859 24148 
     H      -0.367846     -0.843864      -1.203446 24149 
     O      -1.018102      0.998411      -0.973244 24150 
     O      -1.101409      2.031885      -0.002068 24151 
     H      -1.944730      1.824466       0.428167 24152 
     H      -0.790673     -1.672823       0.991727 24153 
     H      -0.805760     -0.053132       1.721873 24154 
Rotational constants (GHz):    1.2473200    0.7301600    0.6643600 24155 
Vibrational harmonic frequencies (cm-1): 24156 
       48.5947                   69.3651                   87.4991             24157 
      130.2249                  148.3658                  178.6365             24158 
      182.8977                  222.0698                  241.4739             24159 
      260.2760                  297.1372                  315.0366             24160 
      339.9370                  351.7940                  386.8164             24161 
      416.1095                  441.9513                  462.3263             24162 
      547.8560                  603.6225                  614.2046             24163 
      737.5842                  802.9808                  902.6425             24164 
      935.2251                  956.3621                  976.4875             24165 
      991.0479                 1009.2255                 1086.2445             24166 
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     1129.5262                 1134.3253                 1181.3454             24167 
     1232.0414                 1237.3207                 1282.3996             24168 
     1301.7491                 1329.4139                 1396.4113             24169 
     1403.0029                 1409.2312                 1414.7910             24170 
     1423.0847                 1426.2419                 1481.3226             24171 
     1484.6353                 1496.2934                 1872.2287             24172 
     2997.0579                 3079.0979                 3087.8494             24173 
     3102.5524                 3157.3119                 3159.6925             24174 
     3173.6341                 3765.3209                 3780.5845             24175 
Zero-point correction (Hartree): 0.156470 24176 
 24177 
diHPCARP_I.pmtpmttpd 24178 
-------------------- 24179 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18016335  24180 
Electronic state : 2-A 24181 
Cartesian coordinates (Angs): 24182 
     O       1.762243     -0.813459       1.773400 24183 
     O       1.752755      0.366713       1.225262 24184 
     C       1.244157      0.321127      -0.132665 24185 
     C      -0.281949      0.243411      -0.156052 24186 
     C      -0.872067     -0.871677       0.698497 24187 
     O      -2.287462     -0.830050       0.682471 24188 
     O      -2.727012     -1.160410      -0.625909 24189 
     H      -2.807309     -0.287250      -1.039057 24190 
     C       1.776261      1.577368      -0.805595 24191 
     H       2.862272      1.531772      -0.878643 24192 
     H       1.489907      2.451946      -0.227901 24193 
     H       1.351801      1.657325      -1.804398 24194 
     C       1.865135     -0.891373      -0.821435 24195 
     O       1.347758     -1.449086      -1.742500 24196 
     H       2.864510     -1.167167      -0.442836 24197 
     H      -0.548500      0.085676      -1.203740 24198 
     O      -0.763915      1.511926       0.259899 24199 
     O      -2.064376      1.701302      -0.281340 24200 
     H      -2.621083      1.413696       0.457063 24201 
     H      -0.519291     -1.848648       0.364086 24202 
     H      -0.621457     -0.725977       1.748670 24203 
Rotational constants (GHz):    1.2570200    0.6983400    0.6445600 24204 
Vibrational harmonic frequencies (cm-1): 24205 
       50.1188                   85.3431                   90.8644             24206 
      136.9263                  159.2294                  174.2936             24207 
      183.7017                  211.9387                  224.1697             24208 
      265.6293                  281.1639                  301.2691             24209 
      318.2431                  356.2207                  393.6956             24210 
      418.8420                  465.2720                  500.4901             24211 
      540.5027                  558.2971                  586.8964             24212 
      652.7435                  872.7187                  901.1521             24213 
      932.5503                  956.9118                  976.0505             24214 
      995.8382                 1046.8401                 1086.7845             24215 
     1135.0209                 1140.0475                 1162.3166             24216 
     1235.6927                 1250.3193                 1279.5586             24217 
     1308.3813                 1339.9628                 1373.9962             24218 
     1403.1005                 1413.6271                 1422.7606             24219 
     1431.0336                 1439.7739                 1464.6827             24220 
     1486.6608                 1496.5721                 1874.4304             24221 
     2992.4815                 3079.9661                 3082.7449             24222 
     3092.0603                 3147.7453                 3158.6023             24223 
     3178.8781                 3754.2292                 3777.4191             24224 
Zero-point correction (Hartree): 0.156389 24225 
 24226 
diHPCARP_I.pmtpptmmd 24227 
-------------------- 24228 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17939227  24229 
Electronic state : 2-A 24230 
Cartesian coordinates (Angs): 24231 
     O       1.404174     -0.064791       2.037066 24232 
     O       1.540929      0.745771       1.029257 24233 
     C       1.186041      0.104993      -0.224088 24234 
     C      -0.332670      0.025112      -0.436722 24235 
     C      -1.108731     -0.421962       0.797124 24236 
     O      -2.499984     -0.306096       0.589453 24237 
     O      -2.853912     -1.165755      -0.486291 24238 
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     H      -3.320574     -1.872820      -0.023923 24239 
     C       1.865515      0.932075      -1.302351 24240 
     H       2.948093      0.879026      -1.193317 24241 
     H       1.542303      1.966968      -1.216248 24242 
     H       1.580119      0.554708      -2.282092 24243 
     C       1.810260     -1.287634      -0.202580 24244 
     O       1.363441     -2.214000      -0.812328 24245 
     H       2.748078     -1.357488       0.375355 24246 
     H      -0.481636     -0.709055      -1.230802 24247 
     O      -0.861083      1.203591      -0.996857 24248 
     O      -0.844795      2.224829      -0.007145 24249 
     H      -1.777302      2.249741       0.248139 24250 
     H      -0.831136     -1.444860       1.061322 24251 
     H      -0.920581      0.229882       1.648014 24252 
Rotational constants (GHz):    1.1823200    0.7562400    0.6577000 24253 
Vibrational harmonic frequencies (cm-1): 24254 
       42.3757                   47.9368                   82.2283             24255 
      104.7229                  134.9234                  179.1380             24256 
      181.7051                  203.9077                  222.3426             24257 
      241.7950                  258.4350                  295.0921             24258 
      318.0072                  330.7395                  346.8823             24259 
      368.3604                  401.3128                  468.8429             24260 
      553.6474                  594.0369                  610.6058             24261 
      721.5605                  811.3498                  899.0161             24262 
      934.2000                  954.9966                  975.7996             24263 
      987.2060                 1003.7832                 1089.2584             24264 
     1133.6395                 1144.0996                 1180.5230             24265 
     1232.6285                 1239.1885                 1284.7385             24266 
     1308.9737                 1324.9978                 1388.6886             24267 
     1400.4162                 1404.7041                 1407.4395             24268 
     1416.2502                 1430.5852                 1478.9315             24269 
     1485.1397                 1496.0609                 1871.0704             24270 
     2993.2554                 3075.6751                 3078.2413             24271 
     3110.0904                 3153.2595                 3159.1258             24272 
     3172.2807                 3796.0609                 3820.6886             24273 
Zero-point correction (Hartree): 0.155715 24274 
 24275 
diHPCARP_I.pmtppttpd 24276 
-------------------- 24277 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17988532  24278 
Electronic state : 2-A 24279 
Cartesian coordinates (Angs): 24280 
     O       1.755827     -0.822254       1.762718 24281 
     O       1.793985      0.344656       1.188848 24282 
     C       1.245192      0.294089      -0.154737 24283 
     C      -0.281854      0.278422      -0.130157 24284 
     C      -0.892192     -0.816189       0.733446 24285 
     O      -2.309124     -0.736320       0.690681 24286 
     O      -2.723469     -1.074770      -0.629225 24287 
     H      -3.102882     -1.952276      -0.495251 24288 
     C       1.797294      1.519142      -0.865036 24289 
     H       2.880630      1.448046      -0.954821 24290 
     H       1.537252      2.411540      -0.302219 24291 
     H       1.356459      1.586877      -1.857730 24292 
     C       1.804275     -0.955309      -0.827193 24293 
     O       1.225505     -1.547968      -1.688731 24294 
     H       2.820087     -1.233131      -0.495368 24295 
     H      -0.603859      0.143252      -1.164165 24296 
     O      -0.721400      1.543188       0.331559 24297 
     O      -1.912893      1.890451      -0.354938 24298 
     H      -2.576287      1.358381       0.110021 24299 
     H      -0.557280     -1.809309       0.429891 24300 
     H      -0.657869     -0.650165       1.784418 24301 
Rotational constants (GHz):    1.2249700    0.7117200    0.6440300 24302 
Vibrational harmonic frequencies (cm-1): 24303 
       52.2430                   76.2087                   87.0618             24304 
      113.8565                  138.7692                  173.3060             24305 
      177.6785                  196.2075                  212.7467             24306 
      241.6752                  273.9603                  287.7287             24307 
      300.6804                  320.3922                  355.7691             24308 
      405.6420                  439.1944                  480.3780             24309 
      542.1811                  558.4512                  587.2921             24310 
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      650.6510                  868.9823                  900.8909             24311 
      931.5722                  954.5594                  973.9829             24312 
      994.4781                 1051.3007                 1080.5109             24313 
     1127.5364                 1142.8152                 1163.7915             24314 
     1236.3549                 1250.9466                 1282.8479             24315 
     1305.8111                 1331.6072                 1369.9584             24316 
     1397.4699                 1404.7450                 1414.8249             24317 
     1429.7137                 1441.0630                 1463.1027             24318 
     1486.5246                 1496.6712                 1873.3418             24319 
     2987.2026                 3079.7013                 3081.8070             24320 
     3106.7133                 3148.0298                 3158.4955             24321 
     3178.1221                 3765.8488                 3819.6555             24322 
Zero-point correction (Hartree): 0.155765 24323 
 24324 
diHPCARP_I.ppmmmtmpd 24325 
-------------------- 24326 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17983369  24327 
Electronic state : 2-A 24328 
Cartesian coordinates (Angs): 24329 
     O       0.527070      2.215738      -0.971714 24330 
     O       0.446029      1.755484       0.238254 24331 
     C      -0.440522      0.603398       0.334090 24332 
     C       0.141304     -0.532137      -0.553704 24333 
     C       1.196362     -1.380937       0.145022 24334 
     O       2.244840     -0.599525       0.673435 24335 
     O       2.891432      0.037090      -0.423741 24336 
     H       3.761454     -0.379391      -0.400139 24337 
     C      -0.527542      0.308039       1.822127 24338 
     H      -0.975092      1.153044       2.343128 24339 
     H       0.469668      0.138999       2.220975 24340 
     H      -1.142704     -0.573393       1.982482 24341 
     C      -1.804870      1.052562      -0.182943 24342 
     O      -2.795608      0.386689      -0.062677 24343 
     H      -1.830510      2.051905      -0.645897 24344 
     H       0.585961     -0.046146      -1.422777 24345 
     O      -0.848202     -1.357740      -1.118491 24346 
     O      -1.504393     -2.076221      -0.078136 24347 
     H      -2.296569     -1.525135       0.043008 24348 
     H       0.774285     -1.901078       1.003373 24349 
     H       1.575763     -2.116485      -0.567141 24350 
Rotational constants (GHz):    1.2452200    0.8477800    0.6464100 24351 
Vibrational harmonic frequencies (cm-1): 24352 
       67.4677                   79.9910                   99.4522             24353 
      144.7027                  171.8492                  190.6460             24354 
      197.2086                  214.3759                  223.6801             24355 
      243.5833                  275.4810                  286.2799             24356 
      298.6387                  325.8226                  374.7929             24357 
      427.8124                  452.6665                  514.2839             24358 
      558.9675                  584.2322                  627.1804             24359 
      661.8260                  782.8583                  895.7494             24360 
      935.6512                  959.7634                  976.9572             24361 
      993.3979                 1036.5091                 1104.9899             24362 
     1129.2585                 1138.4984                 1160.8226             24363 
     1219.8418                 1237.7961                 1282.3367             24364 
     1292.3816                 1341.3851                 1371.9929             24365 
     1398.7155                 1402.2637                 1417.1154             24366 
     1428.2041                 1467.4824                 1483.9536             24367 
     1492.5261                 1516.4413                 1852.9872             24368 
     3020.2847                 3074.6619                 3086.5025             24369 
     3118.2463                 3150.1801                 3163.0811             24370 
     3186.1848                 3697.1381                 3828.7945             24371 
Zero-point correction (Hartree): 0.156432 24372 
 24373 
diHPCARP_I.ppmmptmpd 24374 
-------------------- 24375 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18202192  24376 
Electronic state : 2-A 24377 
Cartesian coordinates (Angs): 24378 
     O       0.740210      2.139822      -0.939610 24379 
     O       0.589012      1.673153       0.263662 24380 
     C      -0.402926      0.603315       0.334173 24381 
     C       0.095948     -0.563441      -0.564838 24382 
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     C       1.126681     -1.454855       0.117579 24383 
     O       2.197559     -0.716672       0.661579 24384 
     O       2.918792     -0.152393      -0.428198 24385 
     H       2.786836      0.794495      -0.282887 24386 
     C      -0.530097      0.301405       1.817426 24387 
     H      -0.904082      1.178070       2.344227 24388 
     H       0.442041      0.034384       2.224443 24389 
     H      -1.224381     -0.521569       1.960817 24390 
     C      -1.714181      1.170490      -0.200938 24391 
     O      -2.756697      0.589088      -0.089478 24392 
     H      -1.648907      2.163329      -0.674897 24393 
     H       0.543628     -0.104641      -1.447423 24394 
     O      -0.949310     -1.330302      -1.107536 24395 
     O      -1.641703     -1.992070      -0.053974 24396 
     H      -2.409450     -1.404682       0.046389 24397 
     H       0.688246     -1.980867       0.964208 24398 
     H       1.490630     -2.185015      -0.606850 24399 
Rotational constants (GHz):    1.2591000    0.8515200    0.6498800 24400 
Vibrational harmonic frequencies (cm-1): 24401 
       74.8344                   93.4594                  104.6219             24402 
      155.0986                  171.5049                  184.6213             24403 
      197.9143                  212.2597                  233.1707             24404 
      271.2173                  282.8281                  299.2638             24405 
      323.2726                  333.7118                  369.9345             24406 
      424.7726                  445.7661                  506.1943             24407 
      534.3004                  588.0199                  625.6979             24408 
      660.7109                  779.1595                  888.9545             24409 
      936.6806                  959.9708                  977.5877             24410 
      992.6864                 1035.0143                 1108.4253             24411 
     1128.3546                 1143.3838                 1155.7333             24412 
     1218.6091                 1234.2995                 1279.8517             24413 
     1290.5381                 1345.7078                 1376.8980             24414 
     1401.3603                 1406.2739                 1418.2865             24415 
     1426.6740                 1461.2625                 1484.4612             24416 
     1491.8220                 1515.4119                 1855.4983             24417 
     3012.1143                 3083.9311                 3088.3839             24418 
     3114.8332                 3151.2376                 3165.0828             24419 
     3190.8969                 3711.9819                 3799.6341             24420 
Zero-point correction (Hartree): 0.156565 24421 
 24422 
diHPCARP_I.ppmmptpmd 24423 
-------------------- 24424 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17977357  24425 
Electronic state : 2-A 24426 
Cartesian coordinates (Angs): 24427 
     O      -0.590285     -1.812415      -1.294361 24428 
     O      -0.681555     -1.588078      -0.014941 24429 
     C       0.344718     -0.659084       0.429587 24430 
     C       0.021844      0.743842      -0.131847 24431 
     C      -1.250291      1.356065       0.460144 24432 
     O      -2.362265      0.498390       0.487868 24433 
     O      -2.766936      0.295876      -0.860353 24434 
     H      -2.591443     -0.647604      -0.982819 24435 
     C       0.332012     -0.722029       1.946860 24436 
     H       0.697541     -1.685526       2.300641 24437 
     H      -0.686565     -0.584535       2.305937 24438 
     H       0.970628      0.068681       2.336793 24439 
     C       1.657913     -1.257898      -0.065803 24440 
     O       2.655134     -0.644109      -0.315758 24441 
     H       1.636950     -2.360804      -0.120086 24442 
     H      -0.047548      0.681071      -1.217271 24443 
     O       1.034245      1.659691       0.230246 24444 
     O       1.886446      1.923930      -0.869315 24445 
     H       2.538572      1.210492      -0.772437 24446 
     H      -1.076028      1.620066       1.504101 24447 
     H      -1.477553      2.266502      -0.095599 24448 
Rotational constants (GHz):    1.2174700    0.8201800    0.6532200 24449 
Vibrational harmonic frequencies (cm-1): 24450 
       33.5335                   63.6803                   97.0090             24451 
      138.6038                  155.9721                  168.1319             24452 
      210.2808                  232.8074                  251.5567             24453 
      266.4131                  281.4662                  314.3615             24454 
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      320.9381                  335.6013                  376.7018             24455 
      403.8464                  446.8405                  504.1272             24456 
      547.4259                  571.1028                  619.4925             24457 
      684.4809                  757.9330                  900.0469             24458 
      947.2092                  968.6639                  972.6739             24459 
     1021.9530                 1041.8431                 1104.6598             24460 
     1130.4329                 1146.1434                 1166.1882             24461 
     1221.1937                 1254.5670                 1277.8670             24462 
     1292.8943                 1327.6995                 1371.2165             24463 
     1400.4718                 1405.3288                 1422.9312             24464 
     1431.2690                 1468.6900                 1480.4366             24465 
     1492.0000                 1511.7391                 1870.2020             24466 
     2988.5390                 3072.9364                 3081.9404             24467 
     3117.2751                 3136.6591                 3149.9086             24468 
     3166.2605                 3716.3005                 3793.7760             24469 
Zero-point correction (Hartree): 0.156360 24470 
 24471 
diHPCARP_I.ppmmttptd 24472 
-------------------- 24473 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17980783  24474 
Electronic state : 2-A 24475 
Cartesian coordinates (Angs): 24476 
     O      -0.692994     -1.662864      -1.395411 24477 
     O      -0.533687     -1.647703      -0.105093 24478 
     C       0.406190     -0.626945       0.338185 24479 
     C      -0.075952      0.758615      -0.167451 24480 
     C      -1.304129      1.282174       0.577089 24481 
     O      -2.347787      0.344382       0.654245 24482 
     O      -2.888615      0.208289      -0.653098 24483 
     H      -2.620856     -0.690623      -0.893697 24484 
     C       0.466655     -0.737703       1.844553 24485 
     H       0.926910     -1.678121       2.139611 24486 
     H      -0.535743     -0.682376       2.262913 24487 
     H       1.075992      0.078008       2.229217 24488 
     C       1.752241     -0.969408      -0.296569 24489 
     O       2.794067     -0.687099       0.222462 24490 
     H       1.695330     -1.497253      -1.263158 24491 
     H      -0.283236      0.691215      -1.234733 24492 
     O       0.910531      1.737718       0.063120 24493 
     O       1.800366      1.752158      -1.046787 24494 
     H       2.628570      1.474704      -0.631070 24495 
     H      -1.049857      1.509031       1.612817 24496 
     H      -1.642188      2.195971       0.087749 24497 
Rotational constants (GHz):    1.2865800    0.7879100    0.6571700 24498 
Vibrational harmonic frequencies (cm-1): 24499 
       45.6828                   67.2668                   87.2682             24500 
      145.9107                  157.5902                  172.8912             24501 
      193.0985                  210.2711                  239.4623             24502 
      249.2067                  276.4190                  282.2255             24503 
      338.4803                  344.3854                  378.0987             24504 
      384.2001                  425.0030                  470.4772             24505 
      505.6142                  547.6345                  599.4684             24506 
      670.4998                  765.7269                  882.3643             24507 
      931.8675                  953.8006                 1004.7332             24508 
     1028.6856                 1032.9850                 1113.8872             24509 
     1132.6161                 1141.2538                 1161.6142             24510 
     1207.5359                 1245.7123                 1284.3900             24511 
     1305.2468                 1339.2620                 1372.9365             24512 
     1397.5488                 1407.8239                 1423.4198             24513 
     1426.1978                 1431.3369                 1482.3122             24514 
     1491.3084                 1509.1837                 1858.1290             24515 
     3008.1221                 3083.9185                 3086.6440             24516 
     3119.9755                 3141.4474                 3165.1828             24517 
     3173.5185                 3777.5856                 3796.2309             24518 
Zero-point correction (Hartree): 0.155999 24519 
 24520 
diHPCARP_I.ppppmtmpd 24521 
-------------------- 24522 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18068651  24523 
Electronic state : 2-A 24524 
Cartesian coordinates (Angs): 24525 
     O       2.429104     -1.461169      -0.877454 24526 
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     O       1.783673     -1.383099       0.246257 24527 
     C       0.959128     -0.180741       0.334818 24528 
     C      -0.126696     -0.304617      -0.768610 24529 
     C      -1.233315     -1.300967      -0.433046 24530 
     O      -2.095504     -0.921957       0.615363 24531 
     O      -3.161522     -0.160033       0.074426 24532 
     H      -2.794209      0.737981       0.096724 24533 
     C       0.477567     -0.170395       1.777553 24534 
     H       1.332818     -0.082114       2.446724 24535 
     H      -0.054983     -1.091240       2.001128 24536 
     H      -0.199494      0.662528       1.936797 24537 
     C       1.879192      1.011687       0.097248 24538 
     O       1.506340      2.148378       0.193300 24539 
     H       2.929122      0.766064      -0.127774 24540 
     H       0.392504     -0.695660      -1.647612 24541 
     O      -0.586286      0.942228      -1.242028 24542 
     O      -1.168164      1.692985      -0.184845 24543 
     H      -0.411170      2.241869       0.088200 24544 
     H      -1.823324     -1.491406      -1.329869 24545 
     H      -0.767636     -2.236487      -0.112251 24546 
Rotational constants (GHz):    1.3479300    0.7792900    0.6325500 24547 
Vibrational harmonic frequencies (cm-1): 24548 
       80.7718                   94.5387                   99.5788             24549 
      171.6710                  177.8070                  201.1892             24550 
      214.7248                  234.5307                  256.0629             24551 
      282.7578                  288.3537                  301.2949             24552 
      320.5710                  350.1130                  440.3324             24553 
      459.5896                  512.1689                  528.4864             24554 
      549.4115                  579.4680                  658.2713             24555 
      713.9620                  833.8249                  885.3693             24556 
      894.1609                  962.4307                  971.4186             24557 
      987.3080                 1017.7124                 1047.6832             24558 
     1132.9495                 1140.7955                 1169.1875             24559 
     1218.9732                 1237.4932                 1280.7841             24560 
     1323.3561                 1352.1740                 1390.8815             24561 
     1406.8031                 1411.0017                 1424.4404             24562 
     1450.8240                 1462.1803                 1465.5457             24563 
     1483.7173                 1501.9596                 1852.2783             24564 
     3021.1342                 3066.9463                 3084.4829             24565 
     3085.0933                 3124.7921                 3164.0137             24566 
     3196.3320                 3654.5454                 3737.8328             24567 
Zero-point correction (Hartree): 0.157094 24568 
 24569 
diHPCARP_I.ppppmtpmd 24570 
-------------------- 24571 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17935167  24572 
Electronic state : 2-A 24573 
Cartesian coordinates (Angs): 24574 
     O       2.127644     -1.348959      -1.296470 24575 
     O       1.425919     -1.626530      -0.235797 24576 
     C       0.880870     -0.419556       0.361706 24577 
     C      -0.230982      0.114127      -0.560596 24578 
     C      -1.339994     -0.901353      -0.828976 24579 
     O      -2.194434     -1.055135       0.286638 24580 
     O      -3.239362     -0.098231       0.198697 24581 
     H      -2.784837      0.722444       0.442546 24582 
     C       0.418916     -0.819857       1.751871 24583 
     H       1.275807     -1.075847       2.374970 24584 
     H      -0.245158     -1.678771       1.688292 24585 
     H      -0.125045      0.007090       2.202271 24586 
     C       2.055083      0.542844       0.492131 24587 
     O       1.985852      1.732154       0.361972 24588 
     H       3.002978      0.050125       0.770675 24589 
     H       0.223539      0.415127      -1.505007 24590 
     O      -0.813329      1.253515       0.059370 24591 
     O      -0.492279      2.432237      -0.655896 24592 
     H       0.394108      2.621973      -0.302567 24593 
     H      -1.930085     -0.585699      -1.688650 24594 
     H      -0.914746     -1.886075      -1.027462 24595 
Rotational constants (GHz):    1.2363600    0.7804400    0.6077700 24596 
Vibrational harmonic frequencies (cm-1): 24597 
       50.3286                   64.6931                   79.8240             24598 
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      117.9963                  137.4954                  182.4850             24599 
      196.7092                  226.2517                  239.5497             24600 
      258.1304                  278.3968                  290.1172             24601 
      328.0008                  368.5619                  412.8013             24602 
      453.7217                  471.0126                  511.8357             24603 
      549.1526                  573.9130                  648.8564             24604 
      705.5825                  796.5783                  902.0084             24605 
      916.0092                  963.0324                  973.9326             24606 
     1002.6976                 1044.6151                 1071.1425             24607 
     1122.6416                 1145.7982                 1147.8159             24608 
     1223.7430                 1260.3816                 1275.1634             24609 
     1307.8734                 1350.5938                 1366.4529             24610 
     1399.1458                 1411.0062                 1423.1531             24611 
     1455.4085                 1472.5601                 1477.5597             24612 
     1489.3576                 1494.8228                 1865.9693             24613 
     2995.5641                 3076.6114                 3085.2311             24614 
     3108.1918                 3139.9162                 3155.6883             24615 
     3175.7441                 3685.7904                 3758.0692             24616 
Zero-point correction (Hartree): 0.156478 24617 
 24618 
diHPCARP_I.ppppmttpd 24619 
-------------------- 24620 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17772105  24621 
Electronic state : 2-A 24622 
Cartesian coordinates (Angs): 24623 
     O       1.874140     -1.623979      -1.274179 24624 
     O       1.652945     -1.424994      -0.009090 24625 
     C       1.018304     -0.141541       0.271682 24626 
     C      -0.216638     -0.002171      -0.633336 24627 
     C      -1.250380     -1.115215      -0.494693 24628 
     O      -1.943710     -1.114754       0.736910 24629 
     O      -2.910554     -0.068688       0.707634 24630 
     H      -2.504328      0.584608       1.294056 24631 
     C       0.759369     -0.129583       1.757675 24632 
     H       1.706488     -0.170691       2.291065 24633 
     H       0.134145     -0.970280       2.044665 24634 
     H       0.263563      0.801454       2.024056 24635 
     C       2.034304      0.935290      -0.138021 24636 
     O       2.406904      1.793743       0.600632 24637 
     H       2.400219      0.842350      -1.176267 24638 
     H       0.122883      0.009846      -1.672318 24639 
     O      -0.742720      1.271281      -0.304642 24640 
     O      -1.706356      1.609354      -1.286442 24641 
     H      -2.514347      1.233092      -0.900802 24642 
     H      -1.967720     -1.060527      -1.314720 24643 
     H      -0.755855     -2.086234      -0.536161 24644 
Rotational constants (GHz):    1.2839700    0.7190300    0.6261200 24645 
Vibrational harmonic frequencies (cm-1): 24646 
       18.9540                   71.0377                   77.7954             24647 
      122.7641                  160.0575                  176.6180             24648 
      187.1082                  211.4661                  235.1779             24649 
      256.5247                  272.3016                  288.3565             24650 
      305.9346                  350.7743                  379.2842             24651 
      404.5329                  466.5840                  479.0724             24652 
      555.9046                  563.0029                  653.9981             24653 
      739.7407                  806.9573                  871.7827             24654 
      897.7987                  934.7700                  975.5151             24655 
     1016.9155                 1047.7964                 1054.0990             24656 
     1117.7118                 1139.7331                 1178.3925             24657 
     1197.1746                 1265.1209                 1289.9361             24658 
     1323.5999                 1363.4471                 1390.1482             24659 
     1398.3532                 1406.8595                 1416.5144             24660 
     1434.5578                 1455.9318                 1476.3052             24661 
     1489.0083                 1491.8609                 1883.6834             24662 
     2986.3878                 3074.8417                 3086.6220             24663 
     3092.2681                 3137.8654                 3167.8318             24664 
     3184.6304                 3725.7259                 3793.9725             24665 
Zero-point correction (Hartree): 0.156171 24666 
 24667 
diHPCARP_I.pptmptmmd 24668 
-------------------- 24669 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17784293  24670 
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Electronic state : 2-A 24671 
Cartesian coordinates (Angs): 24672 
     O      -1.685062      2.081020      -0.858573 24673 
     O      -1.671263      1.501349       0.303039 24674 
     C      -1.096526      0.152428       0.280040 24675 
     C       0.313245      0.253927      -0.331324 24676 
     C       1.340266      0.843627       0.619595 24677 
     O       2.576679      1.086565      -0.019864 24678 
     O       3.258071     -0.158552      -0.150174 24679 
     H       3.168103     -0.329853      -1.097482 24680 
     C      -1.193779     -0.330821       1.706403 24681 
     H      -2.239313     -0.375437       2.003245 24682 
     H      -0.664146      0.343637       2.376764 24683 
     H      -0.769243     -1.327911       1.778704 24684 
     C      -1.969129     -0.681680      -0.668238 24685 
     O      -2.495705     -1.697981      -0.333145 24686 
     H      -2.080765     -0.259076      -1.681350 24687 
     H       0.237442      0.898269      -1.209719 24688 
     O       0.722451     -0.979214      -0.896937 24689 
     O       0.988799     -1.915366       0.137224 24690 
     H       1.934022     -1.757691       0.293150 24691 
     H       0.999725      1.826440       0.949797 24692 
     H       1.497943      0.214165       1.495472 24693 
Rotational constants (GHz):    1.3730900    0.7063900    0.5685300 24694 
Vibrational harmonic frequencies (cm-1): 24695 
       34.0099                   71.7490                   98.5085             24696 
      129.0919                  153.2706                  173.9600             24697 
      205.3106                  214.0605                  233.7735             24698 
      262.5010                  274.9543                  287.4777             24699 
      315.4877                  324.6051                  383.7888             24700 
      409.3434                  465.8775                  507.3468             24701 
      540.3579                  565.5994                  658.7667             24702 
      676.9896                  811.5172                  878.1383             24703 
      888.1680                  954.4928                  979.2105             24704 
     1005.8634                 1013.5808                 1100.6767             24705 
     1118.7213                 1139.8387                 1157.8380             24706 
     1205.9430                 1259.4758                 1293.3672             24707 
     1312.6095                 1335.4896                 1385.3706             24708 
     1396.4855                 1410.4175                 1425.2171             24709 
     1429.8291                 1448.0207                 1478.3943             24710 
     1488.7863                 1498.2776                 1882.0595             24711 
     2996.9302                 3084.4386                 3089.9323             24712 
     3098.5219                 3138.1896                 3163.9812             24713 
     3187.4387                 3726.2357                 3803.2620             24714 
Zero-point correction (Hartree): 0.156222 24715 
 24716 
diHPCARP_I.pptmptmpd 24717 
-------------------- 24718 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18016140  24719 
Electronic state : 2-A 24720 
Cartesian coordinates (Angs): 24721 
     O       1.896257     -1.887807      -1.039042 24722 
     O       1.700345     -1.538364       0.196208 24723 
     C       1.106146     -0.212413       0.311622 24724 
     C      -0.299180     -0.281339      -0.342326 24725 
     C      -1.351827     -0.903216       0.564100 24726 
     O      -2.542708     -1.120296      -0.158481 24727 
     O      -3.327052      0.060888      -0.095095 24728 
     H      -2.904310      0.629794      -0.755160 24729 
     C       1.129156      0.083386       1.802799 24730 
     H       2.157321      0.122370       2.158990 24731 
     H       0.604256     -0.698536       2.347468 24732 
     H       0.646143      1.036859       1.994787 24733 
     C       2.015164      0.764222      -0.427055 24734 
     O       1.859922      1.952145      -0.372646 24735 
     H       2.845632      0.310985      -0.991376 24736 
     H      -0.203157     -0.898779      -1.237622 24737 
     O      -0.725880      0.953730      -0.878054 24738 
     O      -0.877161      1.901197       0.174101 24739 
     H      -0.039465      2.388131       0.088997 24740 
     H      -1.012799     -1.888535       0.891335 24741 
     H      -1.560179     -0.278081       1.431816 24742 
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Rotational constants (GHz):    1.3297400    0.7337200    0.5831000 24743 
Vibrational harmonic frequencies (cm-1): 24744 
       72.9018                   92.1875                   99.9820             24745 
      131.8518                  172.0173                  195.1843             24746 
      202.8315                  223.8265                  240.5660             24747 
      254.2135                  287.8671                  295.7977             24748 
      322.5471                  328.6489                  418.1821             24749 
      433.0623                  475.5126                  520.8614             24750 
      561.3549                  568.6129                  618.9721             24751 
      682.6845                  824.9415                  895.2789             24752 
      900.7455                  964.0697                  984.2435             24753 
      995.7580                 1007.1101                 1101.8594             24754 
     1128.2685                 1149.6955                 1156.2709             24755 
     1221.9775                 1233.2041                 1280.5306             24756 
     1311.0096                 1326.5362                 1391.4802             24757 
     1405.2419                 1415.4394                 1421.9632             24758 
     1438.5137                 1462.0045                 1470.0822             24759 
     1488.8620                 1505.2899                 1854.3082             24760 
     3016.8854                 3077.0330                 3086.4542             24761 
     3101.7215                 3140.1786                 3159.8667             24762 
     3187.2290                 3699.8996                 3775.2857             24763 
Zero-point correction (Hartree): 0.156690 24764 
 24765 
diHPCARP_I.pptmptpmd 24766 
-------------------- 24767 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17892672  24768 
Electronic state : 2-A 24769 
Cartesian coordinates (Angs): 24770 
     O       1.807912     -1.589830      -1.364959 24771 
     O       1.501142     -1.632788      -0.100512 24772 
     C       1.074562     -0.330067       0.374150 24773 
     C      -0.313762     -0.030630      -0.232460 24774 
     C      -1.325192     -1.131645       0.075738 24775 
     O      -2.548308     -0.864721      -0.569146 24776 
     O      -3.356465     -0.076307       0.291180 24777 
     H      -2.971853      0.805740       0.182521 24778 
     C       1.071702     -0.415767       1.892010 24779 
     H       2.088491     -0.491556       2.276110 24780 
     H       0.518478     -1.296139       2.213286 24781 
     H       0.598712      0.476449       2.296409 24782 
     C       2.162129      0.649375      -0.043034 24783 
     O       1.992442      1.824690      -0.206011 24784 
     H       3.165169      0.196742      -0.125284 24785 
     H      -0.223793      0.074516      -1.314226 24786 
     O      -0.831234      1.177707       0.299300 24787 
     O      -0.685641      2.236302      -0.633280 24788 
     H       0.238332      2.500236      -0.482949 24789 
     H      -0.969291     -2.081280      -0.324431 24790 
     H      -1.499650     -1.232733       1.147563 24791 
Rotational constants (GHz):    1.2681500    0.7252700    0.5759900 24792 
Vibrational harmonic frequencies (cm-1): 24793 
       46.0496                   58.8750                   63.8696             24794 
      117.5092                  137.1833                  178.2144             24795 
      204.4551                  220.0406                  243.4445             24796 
      260.4402                  278.4736                  295.4770             24797 
      315.8762                  337.4232                  395.0331             24798 
      430.0629                  463.0049                  513.7445             24799 
      556.7336                  563.6993                  584.2916             24800 
      663.9663                  830.3106                  887.5825             24801 
      910.6687                  969.0717                  977.1313             24802 
     1004.6914                 1053.5538                 1113.8038             24803 
     1134.6275                 1135.9406                 1159.9932             24804 
     1215.6768                 1254.4217                 1272.9634             24805 
     1311.2800                 1334.4117                 1362.5475             24806 
     1406.2269                 1411.4259                 1422.1942             24807 
     1450.2594                 1469.7368                 1477.4329             24808 
     1490.7073                 1504.5130                 1865.0184             24809 
     2998.2448                 3076.8087                 3082.4330             24810 
     3108.0093                 3139.6177                 3152.9354             24811 
     3172.6796                 3693.0768                 3777.0464             24812 
Zero-point correction (Hartree): 0.156180 24813 
 24814 
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diHPCARP_I.pptpttpmd 24815 
-------------------- 24816 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17733304  24817 
Electronic state : 2-A 24818 
Cartesian coordinates (Angs): 24819 
     O       0.311555     -2.042604      -1.338640 24820 
     O       0.645349     -1.930514      -0.086742 24821 
     C       0.912595     -0.553684       0.294693 24822 
     C      -0.365965      0.280532       0.032108 24823 
     C      -1.518413     -0.165392       0.919387 24824 
     O      -2.748153      0.364441       0.491002 24825 
     O      -3.091082     -0.318074      -0.712033 24826 
     H      -3.227532      0.422515      -1.315237 24827 
     C       1.315463     -0.585216       1.753578 24828 
     H       2.257073     -1.115805       1.878446 24829 
     H       0.550947     -1.080553       2.348748 24830 
     H       1.443110      0.437583       2.101114 24831 
     C       2.060422     -0.057076      -0.576489 24832 
     O       2.772440      0.847744      -0.243154 24833 
     H       2.192430     -0.590261      -1.532453 24834 
     H      -0.651788      0.172165      -1.013354 24835 
     O      -0.140949      1.641549       0.324985 24836 
     O       0.339739      2.288570      -0.845579 24837 
     H       1.263826      2.453658      -0.611722 24838 
     H      -1.571690     -1.255387       0.959124 24839 
     H      -1.392180      0.232208       1.926958 24840 
Rotational constants (GHz):    1.2063500    0.7458200    0.6045100 24841 
Vibrational harmonic frequencies (cm-1): 24842 
       29.0531                   44.8173                   63.5955             24843 
      112.9408                  155.3703                  165.8217             24844 
      189.8941                  193.8064                  207.5390             24845 
      227.1499                  254.5947                  267.7690             24846 
      280.5076                  305.0781                  345.7101             24847 
      423.2004                  437.0724                  471.8156             24848 
      498.4864                  564.4266                  585.8421             24849 
      676.8632                  819.7065                  887.6387             24850 
      907.9715                  957.6757                  981.9365             24851 
     1007.0391                 1050.5701                 1110.3817             24852 
     1128.8568                 1142.6369                 1172.3341             24853 
     1209.0152                 1241.2537                 1278.9380             24854 
     1307.1215                 1345.0938                 1369.5468             24855 
     1400.3218                 1406.3928                 1419.9936             24856 
     1421.9214                 1433.9768                 1469.8224             24857 
     1489.0316                 1503.7956                 1856.8124             24858 
     3011.8610                 3074.7333                 3085.2998             24859 
     3123.3664                 3137.3966                 3162.7760             24860 
     3173.9218                 3795.2217                 3830.8741             24861 
Zero-point correction (Hartree): 0.155409 24862 
 24863 
diHPCARP_I.ptmmmtmpd 24864 
-------------------- 24865 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18023070  24866 
Electronic state : 2-A 24867 
Cartesian coordinates (Angs): 24868 
     O       2.602185     -0.010352      -0.883477 24869 
     O       1.606572     -0.790991      -1.179577 24870 
     C       0.494898     -0.715710      -0.241829 24871 
     C      -0.251026      0.617456      -0.483823 24872 
     C      -1.386538      0.911680       0.500002 24873 
     O      -2.445079     -0.016880       0.435712 24874 
     O      -2.987601      0.043160      -0.880982 24875 
     H      -3.870527      0.391220      -0.707535 24876 
     C      -0.376140     -1.913108      -0.586583 24877 
     H       0.231160     -2.816699      -0.584206 24878 
     H      -0.823189     -1.782400      -1.570379 24879 
     H      -1.165751     -2.005432       0.152344 24880 
     C       1.039652     -0.866718       1.176184 24881 
     O       0.317882     -1.055331       2.111510 24882 
     H       2.137460     -0.838887       1.275340 24883 
     H      -0.658276      0.576636      -1.496038 24884 
     O       0.614206      1.725822      -0.532659 24885 
     O       1.250563      1.848465       0.733499 24886 
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     H       2.141120      1.542075       0.502017 24887 
     H      -1.042848      0.860449       1.530897 24888 
     H      -1.744041      1.920289       0.281654 24889 
Rotational constants (GHz):    1.2673700    0.7605800    0.7013900 24890 
Vibrational harmonic frequencies (cm-1): 24891 
       42.4908                   75.1559                  127.5783             24892 
      163.1176                  166.6741                  181.8191             24893 
      198.5860                  215.7328                  226.0779             24894 
      236.9004                  266.5013                  280.2456             24895 
      317.8943                  338.3669                  351.5353             24896 
      435.4238                  463.7213                  485.4505             24897 
      507.4763                  545.9240                  634.1172             24898 
      692.7503                  792.6030                  895.8433             24899 
      930.4163                  954.7961                  977.3527             24900 
      994.3381                 1054.3061                 1101.4036             24901 
     1120.1175                 1128.2968                 1170.8289             24902 
     1208.6223                 1233.7004                 1277.3291             24903 
     1300.5626                 1340.9863                 1375.9336             24904 
     1390.6597                 1404.2774                 1418.5552             24905 
     1420.3561                 1433.4030                 1484.7320             24906 
     1489.8073                 1497.1316                 1863.3365             24907 
     2999.7274                 3074.2003                 3083.9924             24908 
     3103.3261                 3158.7816                 3163.0790             24909 
     3194.1342                 3755.7523                 3828.0485             24910 
Zero-point correction (Hartree): 0.156224 24911 
 24912 
diHPCARP_I.ptppmttpd 24913 
-------------------- 24914 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18032620  24915 
Electronic state : 2-A 24916 
Cartesian coordinates (Angs): 24917 
     O       2.505138      1.283689       0.361774 24918 
     O       2.296668      0.348276      -0.518226 24919 
     C       1.064200     -0.380956      -0.259404 24920 
     C      -0.108168      0.463094      -0.787304 24921 
     C      -1.321005     -0.334524      -1.255422 24922 
     O      -1.856180     -1.229096      -0.311770 24923 
     O      -2.450826     -0.460343       0.727279 24924 
     H      -1.743491     -0.508125       1.395978 24925 
     C       1.241504     -1.701087      -0.995844 24926 
     H       2.151548     -2.190529      -0.651886 24927 
     H       1.333036     -1.519738      -2.066320 24928 
     H       0.389380     -2.348899      -0.803397 24929 
     C       1.040487     -0.679436       1.238256 24930 
     O       0.053330     -0.906867       1.875352 24931 
     H       2.044673     -0.751467       1.687099 24932 
     H       0.262776      1.006234      -1.665863 24933 
     O      -0.391798      1.388967       0.247879 24934 
     O      -1.480845      2.200634      -0.142983 24935 
     H      -2.222453      1.709826       0.247283 24936 
     H      -2.089439      0.358110      -1.598804 24937 
     H      -1.032027     -0.960041      -2.100216 24938 
Rotational constants (GHz):    1.2878100    0.8207400    0.7158400 24939 
Vibrational harmonic frequencies (cm-1): 24940 
       51.4184                  111.3387                  130.7645             24941 
      158.8030                  160.2241                  192.1109             24942 
      201.4680                  240.3265                  272.7816             24943 
      290.0246                  305.7819                  322.6756             24944 
      350.7384                  365.3703                  377.1235             24945 
      479.9673                  507.1436                  528.9568             24946 
      563.1730                  616.4088                  621.5863             24947 
      713.6832                  837.2049                  879.7568             24948 
      911.1039                  951.4344                  975.3267             24949 
      988.1835                 1050.1537                 1064.4801             24950 
     1133.4326                 1134.2775                 1177.1754             24951 
     1216.5070                 1266.8604                 1284.1015             24952 
     1304.3858                 1360.8608                 1368.1441             24953 
     1402.9069                 1407.9180                 1433.2638             24954 
     1447.9012                 1471.1572                 1481.6934             24955 
     1503.8256                 1505.6592                 1871.6248             24956 
     3009.0412                 3026.8889                 3073.6233             24957 
     3093.2868                 3136.1953                 3149.5313             24958 
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     3170.1524                 3675.7821                 3730.4042             24959 
Zero-point correction (Hartree): 0.157321 24960 
 24961 
diHPCARP_I.pttmptmpd 24962 
-------------------- 24963 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18014768  24964 
Electronic state : 2-A 24965 
Cartesian coordinates (Angs): 24966 
     O       1.973018      1.771327      -0.269315 24967 
     O       2.018165      0.627994      -0.885469 24968 
     C       1.145002     -0.382836      -0.314119 24969 
     C      -0.315974     -0.041596      -0.675554 24970 
     C      -1.343526     -1.004499      -0.083667 24971 
     O      -2.616691     -0.709352      -0.616774 24972 
     O      -3.239275      0.263855       0.207071 24973 
     H      -2.826331      1.086320      -0.093322 24974 
     C       1.577053     -1.683183      -0.973410 24975 
     H       2.652267     -1.810813      -0.862464 24976 
     H       1.329859     -1.673348      -2.033495 24977 
     H       1.080751     -2.518270      -0.486603 24978 
     C       1.393548     -0.467422       1.191836 24979 
     O       0.982614     -1.386465       1.836929 24980 
     H       2.006682      0.337605       1.628190 24981 
     H      -0.398497     -0.073619      -1.765267 24982 
     O      -0.655513      1.299685      -0.390715 24983 
     O      -0.510299      1.514748       1.007748 24984 
     H       0.297356      2.052431       1.009591 24985 
     H      -1.123499     -2.028185      -0.385593 24986 
     H      -1.371363     -0.949251       1.002641 24987 
Rotational constants (GHz):    1.3483400    0.7331100    0.6454800 24988 
Vibrational harmonic frequencies (cm-1): 24989 
       72.4369                   83.2586                  122.4570             24990 
      139.3006                  176.5473                  184.7395             24991 
      203.5672                  222.1122                  237.4194             24992 
      265.7398                  291.2712                  310.3819             24993 
      327.2636                  346.4905                  397.2813             24994 
      416.5300                  479.4883                  489.8413             24995 
      509.8577                  560.6453                  638.0179             24996 
      669.6334                  837.6177                  891.6086             24997 
      917.3011                  956.6075                  993.3267             24998 
      999.7168                 1004.4211                 1110.6487             24999 
     1122.8552                 1130.7577                 1165.5085             25000 
     1209.5486                 1226.4841                 1275.5424             25001 
     1302.1141                 1323.3047                 1387.6313             25002 
     1399.1246                 1406.6469                 1416.3184             25003 
     1430.6095                 1435.9950                 1463.8559             25004 
     1491.9484                 1504.3762                 1865.4949             25005 
     3009.3521                 3081.9291                 3084.7455             25006 
     3100.7869                 3159.3741                 3160.8527             25007 
     3180.3471                 3752.7398                 3780.4162             25008 
Zero-point correction (Hartree): 0.156565 25009 
 25010 
diHPCARP_I.pttpptmtd 25011 
-------------------- 25012 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17944532  25013 
Electronic state : 2-A 25014 
Cartesian coordinates (Angs): 25015 
     O      -2.406214     -0.923985      -0.932924 25016 
     O      -1.798090      0.170340      -1.280255 25017 
     C      -0.820202      0.637050      -0.312856 25018 
     C       0.424817     -0.275747      -0.373816 25019 
     C       1.477862      0.071305       0.677094 25020 
     O       2.734537     -0.440702       0.292524 25021 
     O       3.161532      0.326404      -0.831391 25022 
     H       3.965467      0.731763      -0.485563 25023 
     C      -0.484584      2.049651      -0.765943 25024 
     H      -1.401785      2.621728      -0.894064 25025 
     H       0.054025      2.024641      -1.711515 25026 
     H       0.124276      2.541104      -0.012755 25027 
     C      -1.458234      0.674984       1.073400 25028 
     O      -0.919694      1.226982       1.988689 25029 
     H      -2.450483      0.204477       1.166031 25030 
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     H       0.866754     -0.155943      -1.365280 25031 
     O       0.104010     -1.644240      -0.333717 25032 
     O      -0.542724     -1.912630       0.903757 25033 
     H      -1.451895     -2.040100       0.592345 25034 
     H       1.547894      1.143164       0.856692 25035 
     H       1.240926     -0.431648       1.613377 25036 
Rotational constants (GHz):    1.2605500    0.7139600    0.6575500 25037 
Vibrational harmonic frequencies (cm-1): 25038 
       47.1606                   71.4966                  120.3315             25039 
      147.8594                  157.4923                  175.1845             25040 
      189.4174                  196.6097                  219.4254             25041 
      237.9167                  271.6442                  289.1999             25042 
      316.6183                  335.3346                  353.4694             25043 
      384.2335                  469.8635                  489.9603             25044 
      511.2210                  565.5322                  647.9489             25045 
      673.3802                  849.3203                  896.5346             25046 
      920.8499                  955.3112                  987.1185             25047 
      991.5476                 1005.4111                 1095.1062             25048 
     1123.6060                 1139.8428                 1164.0650             25049 
     1207.9047                 1222.3243                 1276.5371             25050 
     1299.5459                 1329.0864                 1387.8507             25051 
     1391.3966                 1400.9498                 1417.0112             25052 
     1425.5281                 1430.9769                 1462.9172             25053 
     1488.8188                 1503.4915                 1860.7976             25054 
     3005.8964                 3083.8791                 3100.1293             25055 
     3103.7202                 3158.6041                 3160.3083             25056 
     3185.2224                 3761.1781                 3834.4108             25057 
Zero-point correction (Hartree): 0.156051 25058 
 25059 
diHPCARP_I.pttpttmpd 25060 
-------------------- 25061 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17949053  25062 
Electronic state : 2-A 25063 
Cartesian coordinates (Angs): 25064 
     O      -2.321127     -1.124717      -0.882856 25065 
     O      -1.800989     -0.006854      -1.292890 25066 
     C      -0.868462      0.590767      -0.352646 25067 
     C       0.443049     -0.225374      -0.362239 25068 
     C       1.465902      0.271914       0.655085 25069 
     O       2.737600     -0.272909       0.394633 25070 
     O       3.211439      0.364377      -0.793535 25071 
     H       3.593785     -0.388231      -1.259734 25072 
     C      -0.643247      1.998557      -0.882466 25073 
     H      -1.602886      2.481911      -1.056796 25074 
     H      -0.086314      1.967795      -1.817214 25075 
     H      -0.093159      2.581085      -0.149151 25076 
     C      -1.516629      0.657652       1.028344 25077 
     O      -1.029385      1.303083       1.910158 25078 
     H      -2.469424      0.116408       1.145946 25079 
     H       0.870093     -0.134051      -1.363195 25080 
     O       0.230091     -1.609696      -0.235535 25081 
     O      -0.395108     -1.852584       1.017721 25082 
     H      -1.292226     -2.065731       0.717871 25083 
     H       1.526651      1.359833       0.673712 25084 
     H       1.209640     -0.085717       1.650518 25085 
Rotational constants (GHz):    1.2647000    0.7107200    0.6558400 25086 
Vibrational harmonic frequencies (cm-1): 25087 
       37.3207                   74.5725                  126.7794             25088 
      150.9016                  161.4327                  164.3329             25089 
      172.2873                  192.0878                  219.0650             25090 
      237.8181                  275.5499                  286.7196             25091 
      314.7133                  335.9421                  352.9722             25092 
      384.2194                  467.0563                  474.5223             25093 
      511.5351                  566.1382                  650.7286             25094 
      672.7896                  844.1527                  895.8225             25095 
      920.7027                  957.8666                  987.1507             25096 
      993.0868                 1005.0096                 1102.7029             25097 
     1125.8150                 1136.6979                 1165.1814             25098 
     1208.7272                 1224.2016                 1276.1182             25099 
     1299.6886                 1327.0795                 1387.8565             25100 
     1399.2241                 1412.0064                 1418.6130             25101 
     1428.9335                 1433.3889                 1466.0886             25102 
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     1491.0034                 1504.3850                 1862.8168             25103 
     3010.1152                 3083.5782                 3099.1779             25104 
     3101.5323                 3158.7902                 3163.7098             25105 
     3184.0827                 3755.8505                 3841.3729             25106 
Zero-point correction (Hartree): 0.156059 25107 
 25108 
diHPCARP_I.tmmmptmpd 25109 
-------------------- 25110 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20901343  25111 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09326400  25112 
     T1 diagnostic:  0.020213  25113 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.04792499  25114 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07035089  25115 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05100303  25116 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07218263  25117 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.53922702  25118 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53418766  25119 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18336945  25120 
Electronic state : 2-A 25121 
Cartesian coordinates (Angs): 25122 
     O      -1.710073     -1.653756      -1.426895 25123 
     O      -1.278782     -0.495754      -1.022591 25124 
     C      -0.538647     -0.604162       0.224862 25125 
     C       0.035619      0.788833       0.535866 25126 
     C       0.870324      1.353574      -0.610037 25127 
     O       1.906878      0.458328      -0.955130 25128 
     O       2.877473      0.497989       0.080487 25129 
     H       2.777155     -0.377747       0.489225 25130 
     C      -1.452590     -1.105641       1.329692 25131 
     H      -1.886540     -2.062604       1.050477 25132 
     H      -2.243272     -0.382514       1.518927 25133 
     H      -0.864203     -1.230504       2.236788 25134 
     C       0.608919     -1.585009       0.007951 25135 
     O       1.398278     -1.822228       0.883221 25136 
     H       0.652488     -2.069678      -0.978310 25137 
     H       0.678012      0.655097       1.409468 25138 
     O      -0.938090      1.702920       0.986388 25139 
     O      -1.677587      2.188945      -0.127209 25140 
     H      -2.436396      1.591179      -0.161255 25141 
     H       0.278615      1.456306      -1.516308 25142 
     H       1.277609      2.323328      -0.325178 25143 
Rotational constants (GHz):    1.0830800    0.9056600    0.6710700 25144 
Vibrational harmonic frequencies (cm-1): 25145 
       47.0620                  111.5834                  118.1274             25146 
      133.0552                  170.7481                  182.7149             25147 
      186.9795                  205.7523                  228.5085             25148 
      232.8251                  261.9754                  286.7124             25149 
      315.2631                  342.1871                  374.2251             25150 
      403.7946                  428.7794                  473.9315             25151 
      520.3868                  583.1728                  626.9312             25152 
      704.8105                  753.9643                  900.2708             25153 
      945.3712                  967.9794                  977.1827             25154 
      982.7300                 1037.9474                 1111.2135             25155 
     1124.7345                 1133.4865                 1180.3765             25156 
     1212.0226                 1237.5682                 1269.7932             25157 
     1287.7735                 1333.7819                 1377.2567             25158 
     1398.0915                 1405.7875                 1414.0459             25159 
     1416.9989                 1463.9702                 1485.8240             25160 
     1489.2131                 1497.6934                 1835.1991             25161 
     3038.5726                 3084.2908                 3097.8887             25162 
     3099.8051                 3165.9817                 3170.8567             25163 
     3173.9577                 3721.6774                 3797.5204             25164 
Zero-point correction (Hartree): 0.156124 25165 
 25166 
diHPCARP_I.tmmmptppd 25167 
-------------------- 25168 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18325967  25169 
Electronic state : 2-A 25170 
Cartesian coordinates (Angs): 25171 
     O      -1.177281     -2.342443      -1.154478 25172 
     O      -0.842008     -1.088566      -1.179830 25173 
     C      -0.559967     -0.573717       0.148984 25174 
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     C      -0.105484      0.878008      -0.050139 25175 
     C       1.001262      0.994983      -1.097662 25176 
     O       2.076218      0.133329      -0.793948 25177 
     O       2.792150      0.708136       0.288858 25178 
     H       2.548145      0.128267       1.029921 25179 
     C      -1.795327     -0.696107       1.025543 25180 
     H      -2.077408     -1.741742       1.122941 25181 
     H      -2.612573     -0.134400       0.579297 25182 
     H      -1.573085     -0.285931       2.008416 25183 
     C       0.580290     -1.392823       0.736773 25184 
     O       1.121750     -1.072333       1.762315 25185 
     H       0.853861     -2.303724       0.183341 25186 
     H       0.257256      1.241251       0.912480 25187 
     O      -1.154233      1.704463      -0.507453 25188 
     O      -1.867101      2.205289       0.619247 25189 
     H      -1.707245      3.153533       0.534163 25190 
     H       0.642443      0.671904      -2.073735 25191 
     H       1.348007      2.025774      -1.155503 25192 
Rotational constants (GHz):    1.0136100    0.8843100    0.6774200 25193 
Vibrational harmonic frequencies (cm-1): 25194 
       62.6265                   86.8495                  116.5531             25195 
      144.0882                  179.0021                  187.1718             25196 
      196.6358                  207.5881                  212.9516             25197 
      253.4012                  270.7674                  286.2121             25198 
      319.7481                  345.3074                  390.0226             25199 
      401.7437                  418.5744                  435.7365             25200 
      522.7113                  596.9311                  625.0795             25201 
      655.6117                  756.2892                  906.4213             25202 
      953.1553                  969.8868                  981.6991             25203 
     1021.4057                 1038.4651                 1106.2713             25204 
     1121.3007                 1147.3295                 1178.1730             25205 
     1208.8946                 1250.9469                 1279.1044             25206 
     1296.0055                 1335.9282                 1386.7224             25207 
     1401.5624                 1407.8044                 1409.8397             25208 
     1415.5617                 1466.5770                 1482.9491             25209 
     1486.9963                 1507.4930                 1833.5246             25210 
     3034.2418                 3086.5465                 3097.5081             25211 
     3106.4773                 3156.9774                 3171.8453             25212 
     3176.0561                 3706.4868                 3822.8984             25213 
Zero-point correction (Hartree): 0.156338 25214 
 25215 
diHPCARP_I.tmmmpttmd 25216 
-------------------- 25217 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18219560  25218 
Electronic state : 2-A 25219 
Cartesian coordinates (Angs): 25220 
     O       2.628575     -0.325049      -1.241967 25221 
     O       1.359104     -0.574913      -1.131812 25222 
     C       0.866163     -0.266521       0.198031 25223 
     C      -0.644996     -0.499106       0.169496 25224 
     C      -1.324923      0.249917      -0.972367 25225 
     O      -1.017091      1.629073      -0.926501 25226 
     O      -1.759658      2.200258       0.140907 25227 
     H      -1.068292      2.379104       0.799827 25228 
     C       1.579468     -1.120569       1.234432 25229 
     H       2.645554     -0.907486       1.221131 25230 
     H       1.413582     -2.173101       1.020628 25231 
     H       1.180325     -0.878033       2.217732 25232 
     C       1.139528      1.210743       0.471519 25233 
     O       0.739290      1.748158       1.469380 25234 
     H       1.750890      1.731471      -0.280007 25235 
     H      -1.035423     -0.154319       1.130790 25236 
     O      -0.849246     -1.893699       0.042140 25237 
     O      -2.230588     -2.134927       0.278357 25238 
     H      -2.199274     -2.638887       1.100936 25239 
     H      -0.939733     -0.096948      -1.930391 25240 
     H      -2.402152      0.100213      -0.931340 25241 
Rotational constants (GHz):    0.9936300    0.9071100    0.6482000 25242 
Vibrational harmonic frequencies (cm-1): 25243 
       59.5762                   85.4361                  116.4754             25244 
      124.5267                  173.1733                  187.8668             25245 
      194.3784                  207.4295                  216.2527             25246 
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      229.1574                  258.1555                  277.5166             25247 
      315.1812                  325.6623                  380.1728             25248 
      407.6770                  420.6411                  451.8499             25249 
      498.3945                  581.2703                  621.4550             25250 
      658.7356                  772.6931                  905.8202             25251 
      954.5284                  969.0832                  974.9768             25252 
     1019.2259                 1052.7760                 1104.6912             25253 
     1126.8100                 1138.8385                 1174.2459             25254 
     1216.0564                 1248.9548                 1276.6987             25255 
     1292.8843                 1345.9672                 1384.1319             25256 
     1396.6022                 1404.8736                 1412.2986             25257 
     1425.3228                 1463.0823                 1487.2225             25258 
     1490.3173                 1502.4005                 1836.7871             25259 
     3036.6285                 3078.7520                 3087.1799             25260 
     3103.3854                 3161.4890                 3168.2164             25261 
     3179.8804                 3717.3968                 3823.2145             25262 
Zero-point correction (Hartree): 0.156110 25263 
 25264 
diHPCARP_I.tmmmptttd 25265 
-------------------- 25266 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18221721  25267 
Electronic state : 2-A 25268 
Cartesian coordinates (Angs): 25269 
     O       2.635275     -0.315192      -1.239931 25270 
     O       1.367694     -0.572970      -1.126398 25271 
     C       0.870236     -0.255224       0.200470 25272 
     C      -0.637595     -0.504818       0.167477 25273 
     C      -1.326483      0.237359      -0.973276 25274 
     O      -1.043476      1.620797      -0.934867 25275 
     O      -1.788203      2.182480       0.135275 25276 
     H      -1.097958      2.358201       0.796785 25277 
     C       1.586394     -1.092275       1.248396 25278 
     H       2.651533     -0.874468       1.232639 25279 
     H       1.421615     -2.147859       1.050829 25280 
     H       1.183846     -0.838582       2.227322 25281 
     C       1.130966      1.226594       0.459528 25282 
     O       0.717402      1.773308       1.446682 25283 
     H       1.747192      1.742873      -0.291417 25284 
     H      -1.033313     -0.172959       1.130136 25285 
     O      -0.827177     -1.900895       0.041672 25286 
     O      -2.155061     -2.174823       0.477506 25287 
     H      -2.525850     -2.608977      -0.300376 25288 
     H      -0.936912     -0.104146      -1.932042 25289 
     H      -2.402882      0.074454      -0.928960 25290 
Rotational constants (GHz):    0.9889000    0.9077800    0.6475800 25291 
Vibrational harmonic frequencies (cm-1): 25292 
       58.5865                   77.7897                  110.7032             25293 
      121.7029                  175.1548                  185.8769             25294 
      191.7484                  202.7260                  215.1754             25295 
      225.6224                  257.5833                  276.7982             25296 
      313.7814                  323.8898                  379.3592             25297 
      407.3168                  426.6230                  450.5099             25298 
      497.5409                  582.5411                  621.5230             25299 
      659.6641                  771.8122                  905.3690             25300 
      955.7829                  968.7843                  975.0811             25301 
     1020.7031                 1055.0858                 1106.2949             25302 
     1128.1624                 1136.3223                 1174.5534             25303 
     1213.8205                 1251.2004                 1279.5094             25304 
     1294.7454                 1345.9292                 1380.5746             25305 
     1397.3034                 1406.8741                 1416.2657             25306 
     1419.2580                 1464.4990                 1486.6093             25307 
     1489.1789                 1500.7376                 1837.7785             25308 
     3033.8088                 3087.5016                 3089.4052             25309 
     3093.5147                 3149.7431                 3169.5174             25310 
     3182.4728                 3711.4110                 3830.7369             25311 
Zero-point correction (Hartree): 0.156038 25312 
 25313 
diHPCARP_I.tmmmttmpd 25314 
-------------------- 25315 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17880679  25316 
Electronic state : 2-A 25317 
Cartesian coordinates (Angs): 25318 
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     O       1.588481     -1.540009       1.605652 25319 
     O       1.130245     -0.411159       1.151922 25320 
     C       0.577025     -0.560290      -0.184489 25321 
     C      -0.085214      0.775732      -0.559741 25322 
     C      -0.970464      1.338318       0.548716 25323 
     O      -1.946356      0.394702       0.935233 25324 
     O      -2.847645      0.246659      -0.159311 25325 
     H      -3.674353      0.547090       0.237295 25326 
     C       1.671464     -0.950688      -1.161280 25327 
     H       2.136601     -1.879644      -0.840649 25328 
     H       2.425010     -0.169341      -1.235818 25329 
     H       1.221193     -1.097675      -2.140947 25330 
     C      -0.486136     -1.663974      -0.134393 25331 
     O      -1.007012     -2.062220      -1.133487 25332 
     H      -0.715920     -2.062930       0.865074 25333 
     H      -0.696919      0.569281      -1.441193 25334 
     O       0.829407      1.747943      -1.019081 25335 
     O       1.568743      2.245125       0.089682 25336 
     H       2.366921      1.700090       0.078486 25337 
     H      -0.394154      1.525753       1.451243 25338 
     H      -1.435328      2.264465       0.208751 25339 
Rotational constants (GHz):    1.0363400    0.9111700    0.6805100 25340 
Vibrational harmonic frequencies (cm-1): 25341 
       35.5552                   93.9801                   95.4695             25342 
      123.2705                  136.9239                  143.0740             25343 
      155.7452                  182.5700                  199.9491             25344 
      215.3541                  234.0392                  245.6851             25345 
      293.9954                  312.3332                  349.1941             25346 
      377.9994                  410.3607                  477.6679             25347 
      515.7962                  583.1546                  624.6631             25348 
      707.1746                  759.1204                  891.9431             25349 
      939.9914                  968.2347                  975.5813             25350 
      983.0348                 1034.6531                 1104.5189             25351 
     1122.3871                 1124.7954                 1182.4946             25352 
     1207.3352                 1233.7859                 1271.0374             25353 
     1289.4500                 1333.4052                 1376.0547             25354 
     1392.0143                 1400.7910                 1406.8800             25355 
     1414.5254                 1423.3026                 1482.1293             25356 
     1487.5387                 1499.3665                 1867.2359             25357 
     3028.0810                 3084.7914                 3089.1966             25358 
     3100.6432                 3164.8335                 3168.9940             25359 
     3173.9331                 3798.7607                 3831.1696             25360 
Zero-point correction (Hartree): 0.155202 25361 
 25362 
diHPCARP_I.tmmmttmtd 25363 
-------------------- 25364 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17856107  25365 
Electronic state : 2-A 25366 
Cartesian coordinates (Angs): 25367 
     O       1.284048     -1.701705       1.675736 25368 
     O       0.928122     -0.533687       1.234168 25369 
     C       0.537443     -0.592194      -0.163774 25370 
     C      -0.018101      0.787789      -0.551734 25371 
     C      -0.878342      1.406723       0.546131 25372 
     O      -1.902745      0.519028       0.938709 25373 
     O      -2.807068      0.413770      -0.159623 25374 
     H      -3.626858      0.723156       0.244071 25375 
     C       1.720966     -0.996532      -1.024046 25376 
     H       2.068237     -1.983341      -0.727864 25377 
     H       2.522438     -0.270781      -0.914346 25378 
     H       1.397278     -1.028930      -2.062539 25379 
     C      -0.581584     -1.631416      -0.289122 25380 
     O      -1.053558     -1.906670      -1.352480 25381 
     H      -0.902459     -2.105031       0.651367 25382 
     H      -0.624796      0.628452      -1.445985 25383 
     O       0.966308      1.690810      -0.999725 25384 
     O       1.853314      1.939631       0.095178 25385 
     H       1.929999      2.899943       0.051224 25386 
     H      -0.293912      1.570690       1.448605 25387 
     H      -1.299576      2.350214       0.195023 25388 
Rotational constants (GHz):    1.0350300    0.9062300    0.6967400 25389 
Vibrational harmonic frequencies (cm-1): 25390 
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       48.6871                   87.0223                   97.2390             25391 
      118.4479                  129.4682                  138.4000             25392 
      150.1930                  155.4767                  194.1879             25393 
      216.3584                  233.0454                  244.4042             25394 
      288.0200                  308.2709                  339.7235             25395 
      375.6381                  413.0587                  475.9683             25396 
      509.8854                  583.0832                  626.8367             25397 
      703.3754                  760.4440                  894.8950             25398 
      942.3848                  972.1089                  977.3482             25399 
      982.2573                 1040.5609                 1104.9167             25400 
     1120.2041                 1130.1447                 1182.9172             25401 
     1208.0951                 1238.9479                 1275.9423             25402 
     1293.9968                 1337.5255                 1373.6898             25403 
     1388.6400                 1397.8531                 1409.0520             25404 
     1410.0590                 1434.3640                 1484.3436             25405 
     1489.5582                 1502.8665                 1866.4660             25406 
     3023.0297                 3080.5226                 3089.4896             25407 
     3103.8429                 3163.2593                 3171.6093             25408 
     3182.3073                 3833.6783                 3841.4798             25409 
Zero-point correction (Hartree): 0.155247 25410 
 25411 
diHPCARP_I.tmppmtmmd 25412 
-------------------- 25413 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17792676  25414 
Electronic state : 2-A 25415 
Cartesian coordinates (Angs): 25416 
     O      -1.197692     -0.491913       2.206436 25417 
     O      -0.292149     -0.364656       1.285484 25418 
     C      -0.881383     -0.247128      -0.043637 25419 
     C       0.220590     -0.034779      -1.090797 25420 
     C       1.113510      1.199085      -0.881895 25421 
     O       1.377680      1.592007       0.443158 25422 
     O       2.284520      0.665685       1.021924 25423 
     H       1.687128      0.150192       1.585999 25424 
     C      -1.702110     -1.491853      -0.343475 25425 
     H      -2.491680     -1.607034       0.394447 25426 
     H      -1.050282     -2.362267      -0.328034 25427 
     H      -2.145804     -1.389174      -1.332006 25428 
     C      -1.779934      0.989825      -0.025044 25429 
     O      -2.193655      1.480512      -1.035175 25430 
     H      -2.027931      1.382945       0.974152 25431 
     H      -0.328424      0.157123      -2.016807 25432 
     O       0.927188     -1.210809      -1.419251 25433 
     O       1.538820     -1.762213      -0.264115 25434 
     H       2.326692     -1.208210      -0.151118 25435 
     H       2.047501      1.048419      -1.428811 25436 
     H       0.601064      2.068209      -1.296416 25437 
Rotational constants (GHz):    1.1231500    0.8328200    0.8011900 25438 
Vibrational harmonic frequencies (cm-1): 25439 
       43.4596                   52.2927                  116.9873             25440 
      134.8771                  143.7990                  188.0400             25441 
      195.6324                  201.7624                  225.8398             25442 
      252.5716                  254.5746                  264.4695             25443 
      316.9081                  326.7659                  391.9782             25444 
      398.3062                  457.5813                  503.1559             25445 
      556.9202                  594.0546                  650.1323             25446 
      721.5840                  772.9568                  867.8393             25447 
      939.7257                  964.3652                  971.0510             25448 
     1001.9256                 1032.0656                 1067.5967             25449 
     1127.3029                 1136.0020                 1174.7019             25450 
     1210.7920                 1244.2356                 1282.7927             25451 
     1311.3368                 1363.6434                 1382.5889             25452 
     1397.4967                 1403.4685                 1415.7464             25453 
     1431.0528                 1455.5937                 1473.1877             25454 
     1486.1780                 1501.5461                 1863.1954             25455 
     3013.5596                 3065.8556                 3082.8864             25456 
     3087.5375                 3126.1098                 3170.2225             25457 
     3178.9779                 3745.8720                 3754.2196             25458 
Zero-point correction (Hartree): 0.156044 25459 
 25460 
diHPCARP_I.tmppmttpd 25461 
-------------------- 25462 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18017382  25463 
Electronic state : 2-A 25464 
Cartesian coordinates (Angs): 25465 
     O      -1.658400     -1.208740      -1.691937 25466 
     O      -0.601701     -0.647186      -1.189229 25467 
     C      -0.953137      0.308675      -0.148323 25468 
     C       0.371588      0.746152       0.496745 25469 
     C       1.060488     -0.333327       1.324484 25470 
     O       1.210534     -1.573168       0.671055 25471 
     O       2.131420     -1.391901      -0.397931 25472 
     H       1.530418     -1.274309      -1.149983 25473 
     C      -1.710690      1.475163      -0.757386 25474 
     H      -2.578954      1.105422      -1.297869 25475 
     H      -1.062083      2.028817      -1.431354 25476 
     H      -2.046073      2.124869       0.048707 25477 
     C      -1.804940     -0.421960       0.886265 25478 
     O      -2.309685      0.161439       1.800491 25479 
     H      -1.899062     -1.511766       0.746743 25480 
     H       0.143632      1.576323       1.174540 25481 
     O       1.140856      1.215235      -0.600768 25482 
     O       2.429746      1.578095      -0.149073 25483 
     H       2.922335      0.758674      -0.315974 25484 
     H       2.024680      0.031720       1.677767 25485 
     H       0.443088     -0.558163       2.195839 25486 
Rotational constants (GHz):    1.2314300    0.7554500    0.7247100 25487 
Vibrational harmonic frequencies (cm-1): 25488 
       55.5982                   64.1071                   97.3411             25489 
      102.7277                  140.1800                  188.7028             25490 
      208.8851                  222.1168                  231.2865             25491 
      247.9090                  282.1259                  306.2349             25492 
      334.4722                  358.9643                  394.6620             25493 
      452.3230                  460.0610                  481.6971             25494 
      514.6578                  599.3579                  644.8599             25495 
      740.6360                  804.7511                  864.3580             25496 
      928.5407                  956.9574                  978.7857             25497 
      994.4432                 1047.9840                 1057.8998             25498 
     1126.9207                 1152.7277                 1165.5600             25499 
     1220.8092                 1244.6432                 1288.3954             25500 
     1298.3565                 1363.6932                 1381.3496             25501 
     1397.9739                 1406.9996                 1415.8432             25502 
     1431.5043                 1443.6608                 1491.1756             25503 
     1493.5311                 1501.1058                 1867.2678             25504 
     3007.7832                 3052.4113                 3086.9870             25505 
     3089.7356                 3134.5878                 3169.3354             25506 
     3179.3341                 3735.3087                 3756.4319             25507 
Zero-point correction (Hartree): 0.156433 25508 
 25509 
diHPCARP_I.tmppppttd 25510 
-------------------- 25511 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18017383  25512 
Electronic state : 2-A 25513 
Cartesian coordinates (Angs): 25514 
     O       1.658163     -1.208153       1.692570 25515 
     O       0.601583     -0.646818       1.189409 25516 
     C       0.953212      0.308693       0.148250 25517 
     C      -0.371493      0.746160      -0.496923 25518 
     C      -1.060469     -0.333435      -1.324436 25519 
     O      -1.210483     -1.573143      -0.670667 25520 
     O      -2.131542     -1.391658       0.398099 25521 
     H      -1.530771     -1.273952       1.150308 25522 
     C       1.710908      1.475242       0.756895 25523 
     H       2.579224      1.105616       1.297395 25524 
     H       1.062450      2.029182       1.430780 25525 
     H       2.046282      2.124703      -0.049412 25526 
     C       1.804846     -0.422403      -0.886197 25527 
     O       2.309470      0.160595      -1.800731 25528 
     H       1.898916     -1.512153      -0.746158 25529 
     H      -0.143512      1.576242      -1.174824 25530 
     O      -1.140704      1.215326       0.600549 25531 
     O      -2.429561      1.577993       0.148782 25532 
     H      -2.922103      0.758571       0.315732 25533 
     H      -2.024734      0.031530      -1.677618 25534 
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     H      -0.443179     -0.558420      -2.195821 25535 
Rotational constants (GHz):    1.2314600    0.7554500    0.7247900 25536 
Vibrational harmonic frequencies (cm-1): 25537 
       55.5556                   64.0639                   97.3514             25538 
      102.6220                  140.1036                  188.7254             25539 
      208.8277                  222.1330                  231.3036             25540 
      247.9249                  282.1015                  306.2292             25541 
      334.4706                  358.9611                  394.6729             25542 
      452.1572                  459.9700                  481.7437             25543 
      514.6006                  599.3583                  644.8590             25544 
      740.6412                  804.7496                  864.3910             25545 
      928.5529                  956.9792                  978.7861             25546 
      994.4527                 1048.0335                 1057.9845             25547 
     1126.9142                 1152.7859                 1165.5752             25548 
     1220.8213                 1244.6207                 1288.4450             25549 
     1298.3446                 1363.6849                 1381.3521             25550 
     1398.0002                 1406.9800                 1415.8301             25551 
     1431.4446                 1443.6776                 1491.1881             25552 
     1493.5307                 1501.1243                 1867.3241             25553 
     3007.7235                 3052.3756                 3086.9187             25554 
     3089.7520                 3134.6142                 3169.2300             25555 
     3179.2626                 3735.4570                 3756.4983             25556 
Zero-point correction (Hartree): 0.156432 25557 
 25558 
diHPCARP_I.tmtmmtmmd 25559 
-------------------- 25560 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17917703  25561 
Electronic state : 2-A 25562 
Cartesian coordinates (Angs): 25563 
     O      -2.291428     -1.097369       1.517264 25564 
     O      -1.105795     -0.721674       1.145519 25565 
     C      -1.120118     -0.046235      -0.145888 25566 
     C       0.326855      0.314176      -0.504138 25567 
     C       1.123075      0.789759       0.706675 25568 
     O       2.425532      1.201136       0.341163 25569 
     O       3.243448      0.037052       0.257743 25570 
     H       3.882743      0.207805       0.960184 25571 
     C      -1.774914     -0.924458      -1.198931 25572 
     H      -2.821221     -1.091699      -0.955996 25573 
     H      -1.248986     -1.875269      -1.246803 25574 
     H      -1.699597     -0.426075      -2.163763 25575 
     C      -1.953934      1.221917       0.035375 25576 
     O      -1.815841      2.191344      -0.651966 25577 
     H      -2.717427      1.161712       0.830074 25578 
     H       0.269474      1.132177      -1.225552 25579 
     O       0.984637     -0.694898      -1.230408 25580 
     O       1.162971     -1.824785      -0.387994 25581 
     H       2.073663     -1.679513      -0.089073 25582 
     H       0.649209      1.683653       1.117864 25583 
     H       1.178172      0.029811       1.483938 25584 
Rotational constants (GHz):    1.3551300    0.6770500    0.5934800 25585 
Vibrational harmonic frequencies (cm-1): 25586 
       52.1520                   79.8817                   82.4692             25587 
      114.8450                  156.3970                  162.3737             25588 
      194.5786                  199.5469                  238.1844             25589 
      248.9708                  263.6928                  281.1328             25590 
      299.7499                  329.5311                  375.7019             25591 
      393.5411                  455.4009                  484.1346             25592 
      510.8265                  568.4700                  656.5548             25593 
      693.7951                  796.1525                  891.0234             25594 
      939.4117                  959.6657                  979.1246             25595 
      994.1192                 1008.1859                 1092.6620             25596 
     1121.5580                 1146.8036                 1172.0393             25597 
     1202.2472                 1251.6171                 1278.2928             25598 
     1319.3064                 1327.2402                 1394.1648             25599 
     1397.2795                 1400.4927                 1409.9276             25600 
     1429.8393                 1441.7993                 1471.5472             25601 
     1482.0072                 1501.1370                 1865.6161             25602 
     2998.1650                 3081.8586                 3085.8111             25603 
     3101.6462                 3145.8769                 3169.2229             25604 
     3177.4702                 3763.4245                 3826.7240             25605 
Zero-point correction (Hartree): 0.155976 25606 
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 25607 
diHPCARP_I.tmtmptmmd 25608 
-------------------- 25609 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18107258  25610 
Electronic state : 2-A 25611 
Cartesian coordinates (Angs): 25612 
     O      -2.344857     -1.086063       1.457740 25613 
     O      -1.143258     -0.718801       1.131881 25614 
     C      -1.105181     -0.041572      -0.157222 25615 
     C       0.354122      0.315887      -0.454758 25616 
     C       1.118970      0.770826       0.783424 25617 
     O       2.423147      1.205312       0.458905 25618 
     O       3.241850      0.051296       0.290909 25619 
     H       3.323632      0.013786      -0.672039 25620 
     C      -1.725821     -0.911363      -1.237799 25621 
     H      -2.781349     -1.071823      -1.033238 25622 
     H      -1.206987     -1.866524      -1.270831 25623 
     H      -1.613938     -0.408780      -2.196955 25624 
     C      -1.937335      1.232821      -0.006386 25625 
     O      -1.767213      2.199651      -0.689790 25626 
     H      -2.729406      1.177826       0.759895 25627 
     H       0.329285      1.139695      -1.171738 25628 
     O       1.039581     -0.695605      -1.165275 25629 
     O       1.136424     -1.849064      -0.342388 25630 
     H       1.968260     -1.682749       0.129560 25631 
     H       0.629732      1.649163       1.208758 25632 
     H       1.166856     -0.003994       1.547177 25633 
Rotational constants (GHz):    1.3562700    0.6833700    0.5964300 25634 
Vibrational harmonic frequencies (cm-1): 25635 
       54.3454                   82.0892                   87.8020             25636 
      117.4779                  156.4553                  176.1814             25637 
      193.8949                  202.8831                  237.0234             25638 
      264.4098                  272.0729                  303.2447             25639 
      312.6431                  375.8797                  380.3414             25640 
      404.8348                  460.9113                  499.2659             25641 
      532.9411                  573.0439                  657.6174             25642 
      693.8986                  801.1821                  893.1662             25643 
      940.4981                  958.5222                  980.3995             25644 
      996.4194                 1007.7235                 1096.6892             25645 
     1122.2058                 1143.2975                 1167.7179             25646 
     1200.8475                 1253.0876                 1277.4515             25647 
     1314.3385                 1327.2543                 1395.4770             25648 
     1398.0842                 1409.0158                 1411.1204             25649 
     1422.6134                 1439.9369                 1478.2437             25650 
     1481.5227                 1502.8411                 1865.9980             25651 
     3001.5918                 3085.8742                 3085.9896             25652 
     3099.2894                 3142.3488                 3168.8160             25653 
     3178.0475                 3740.2560                 3797.4088             25654 
Zero-point correction (Hartree): 0.156338 25655 
 25656 
diHPCARP_I.tmtpmtmmd 25657 
-------------------- 25658 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17938265  25659 
Electronic state : 2-A 25660 
Cartesian coordinates (Angs): 25661 
     O       2.602060     -0.982023      -1.186195 25662 
     O       1.333445     -0.794743      -0.983616 25663 
     C       1.084496      0.046837       0.177489 25664 
     C      -0.429149      0.206931       0.340814 25665 
     C      -1.166617      0.410739      -0.986938 25666 
     O      -2.536363      0.101396      -0.852273 25667 
     O      -3.095412      0.982376       0.110239 25668 
     H      -3.047915      0.446947       0.915532 25669 
     C       1.734151     -0.554802       1.413317 25670 
     H       2.814301     -0.583702       1.295201 25671 
     H       1.351933     -1.561874       1.563867 25672 
     H       1.479761      0.058428       2.275965 25673 
     C       1.718878      1.408262      -0.113486 25674 
     O       1.389199      2.403614       0.461930 25675 
     H       2.522650      1.395664      -0.869037 25676 
     H      -0.566629      1.084982       0.974575 25677 
     O      -1.027374     -0.820854       1.101889 25678 
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     O      -0.981392     -2.028502       0.355182 25679 
     H      -1.827884     -1.997342      -0.115654 25680 
     H      -1.031963      1.438417      -1.332303 25681 
     H      -0.818108     -0.279430      -1.752573 25682 
Rotational constants (GHz):    1.3248800    0.6996000    0.5972100 25683 
Vibrational harmonic frequencies (cm-1): 25684 
       47.3634                   62.0804                   70.2184             25685 
      121.6216                  128.7003                  152.8794             25686 
      180.5705                  210.0009                  233.6495             25687 
      250.0392                  268.1144                  323.4436             25688 
      343.2299                  372.1852                  386.9982             25689 
      399.0499                  441.5921                  460.9355             25690 
      483.3861                  604.6946                  655.3016             25691 
      727.0620                  791.7264                  891.4318             25692 
      946.7105                  953.9726                  986.2762             25693 
      992.5034                 1010.7650                 1084.2846             25694 
     1130.5390                 1137.5354                 1181.7017             25695 
     1201.0373                 1252.9775                 1278.8319             25696 
     1305.3379                 1335.6947                 1396.3550             25697 
     1399.6930                 1408.2656                 1410.1775             25698 
     1423.5263                 1428.4266                 1482.6027             25699 
     1490.7152                 1501.2633                 1865.8599             25700 
     3000.6279                 3074.9588                 3085.5201             25701 
     3106.1139                 3152.9942                 3168.8586             25702 
     3177.7887                 3765.2317                 3777.0674             25703 
Zero-point correction (Hartree): 0.156101 25704 
 25705 
diHPCARP_I.tmtpmttpd 25706 
-------------------- 25707 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17926285  25708 
Electronic state : 2-A 25709 
Cartesian coordinates (Angs): 25710 
     O      -2.838277     -0.495082       1.319100 25711 
     O      -1.551417     -0.557185       1.154891 25712 
     C      -1.153450     -0.093361      -0.163821 25713 
     C       0.373661     -0.132949      -0.198221 25714 
     C       0.999245      0.562002       1.006219 25715 
     O       2.406734      0.447865       1.008626 25716 
     O       2.909415      1.178985      -0.098905 25717 
     H       2.961402      0.494920      -0.783991 25718 
     C      -1.794863     -0.951154      -1.242587 25719 
     H      -2.877283     -0.864328      -1.189047 25720 
     H      -1.499211     -1.988478      -1.113179 25721 
     H      -1.454325     -0.595054      -2.213206 25722 
     C      -1.623736      1.355019      -0.313862 25723 
     O      -1.298465      2.027084      -1.247077 25724 
     H      -2.291987      1.722940       0.483247 25725 
     H       0.667101      0.366782      -1.124122 25726 
     O       0.761557     -1.494735      -0.262720 25727 
     O       2.070101     -1.559075      -0.815299 25728 
     H       2.610049     -1.643501      -0.016230 25729 
     H       0.710509      1.616829       1.033114 25730 
     H       0.691406      0.069688       1.928113 25731 
Rotational constants (GHz):    1.3484600    0.6445200    0.5867100 25732 
Vibrational harmonic frequencies (cm-1): 25733 
       34.0820                   51.5936                   86.0713             25734 
      124.1580                  143.6825                  161.7817             25735 
      186.4130                  201.7467                  218.5492             25736 
      243.7338                  261.8676                  288.7466             25737 
      344.1127                  360.9301                  389.4584             25738 
      406.5155                  446.4307                  476.9813             25739 
      497.2508                  558.7598                  619.3358             25740 
      669.2452                  840.0942                  898.7978             25741 
      951.2895                  954.8006                  984.7670             25742 
      995.5975                 1045.3509                 1083.9845             25743 
     1139.8270                 1142.7151                 1162.9274             25744 
     1214.0275                 1254.2917                 1281.6281             25745 
     1310.4076                 1342.7269                 1387.5462             25746 
     1396.2703                 1407.9965                 1421.5956             25747 
     1430.5071                 1438.7663                 1472.0444             25748 
     1487.4183                 1499.4505                 1869.8968             25749 
     2998.8868                 3058.0518                 3088.1086             25750 
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     3094.9612                 3141.5867                 3169.5744             25751 
     3183.5055                 3750.6021                 3784.2789             25752 
Zero-point correction (Hartree): 0.155954 25753 
 25754 
diHPCARP_I.tpmmptmpd 25755 
-------------------- 25756 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18137003  25757 
Electronic state : 2-A 25758 
Cartesian coordinates (Angs): 25759 
     O      -0.013965      2.784094      -0.102709 25760 
     O       0.475628      1.609650      -0.364207 25761 
     C      -0.406898      0.541811       0.096975 25762 
     C       0.198035     -0.733595      -0.548490 25763 
     C       1.325078     -1.363643       0.261367 25764 
     O       2.316829     -0.426703       0.614368 25765 
     O       2.952634     -0.001950      -0.585615 25766 
     H       2.637113      0.909800      -0.656531 25767 
     C      -0.475946      0.572565       1.612299 25768 
     H      -0.903543      1.519865       1.933805 25769 
     H       0.520653      0.466288       2.032904 25770 
     H      -1.109038     -0.238731       1.960741 25771 
     C      -1.777357      0.805321      -0.522875 25772 
     O      -2.772215      0.264825      -0.130363 25773 
     H      -1.793976      1.515409      -1.366061 25774 
     H       0.586340     -0.439569      -1.526435 25775 
     O      -0.782147     -1.690617      -0.877768 25776 
     O      -1.379423     -2.174838       0.319669 25777 
     H      -2.197994     -1.651741       0.343586 25778 
     H       0.949178     -1.746692       1.208831 25779 
     H       1.755063     -2.185074      -0.313499 25780 
Rotational constants (GHz):    1.1579400    0.8972200    0.6092800 25781 
Vibrational harmonic frequencies (cm-1): 25782 
       73.8053                   97.8733                  103.1207             25783 
      147.3549                  156.3721                  180.0991             25784 
      191.8135                  215.2958                  236.5321             25785 
      249.1662                  277.3039                  304.7347             25786 
      331.7607                  371.7828                  377.9795             25787 
      400.4385                  462.2883                  495.1923             25788 
      511.0151                  593.5717                  617.6138             25789 
      691.0589                  775.5809                  878.9526             25790 
      947.3165                  973.6698                  978.3772             25791 
      994.0077                 1032.4733                 1105.5219             25792 
     1128.5559                 1137.7983                 1155.6584             25793 
     1224.4175                 1246.6094                 1279.4993             25794 
     1287.0012                 1341.9607                 1376.7465             25795 
     1398.3531                 1408.9472                 1423.2529             25796 
     1427.8565                 1464.0418                 1482.5872             25797 
     1491.3198                 1510.3306                 1860.3665             25798 
     3008.7614                 3085.2615                 3090.3743             25799 
     3093.1669                 3152.2872                 3172.5111             25800 
     3187.8743                 3719.1528                 3789.8211             25801 
Zero-point correction (Hartree): 0.156548 25802 
 25803 
diHPCARP_I.tpppmtmpd 25804 
-------------------- 25805 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17967451  25806 
Electronic state : 2-A 25807 
Cartesian coordinates (Angs): 25808 
     O       2.919825     -1.329983       0.037547 25809 
     O       1.749540     -1.262855      -0.520318 25810 
     C       0.949550     -0.174594       0.032107 25811 
     C      -0.280038     -0.152543      -0.913151 25812 
     C      -1.305939     -1.249171      -0.635587 25813 
     O      -2.024114     -1.117669       0.568268 25814 
     O      -3.169131     -0.316913       0.328684 25815 
     H      -2.823119      0.575685       0.488549 25816 
     C       0.690673     -0.453628       1.503043 25817 
     H       1.640923     -0.476418       2.032351 25818 
     H       0.185245     -1.408565       1.621314 25819 
     H       0.057760      0.323065       1.920901 25820 
     C       1.763338      1.104578      -0.143520 25821 
     O       1.441630      2.147240       0.355289 25822 
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     H       2.671001      1.015076      -0.761837 25823 
     H       0.110414     -0.348191      -1.917137 25824 
     O      -0.827750      1.141305      -1.066690 25825 
     O      -1.273339      1.641318       0.186117 25826 
     H      -0.497707      2.151799       0.480085 25827 
     H      -2.008302     -1.297955      -1.468194 25828 
     H      -0.775000     -2.201892      -0.564557 25829 
Rotational constants (GHz):    1.4173800    0.7522600    0.5984800 25830 
Vibrational harmonic frequencies (cm-1): 25831 
       73.5141                   85.3365                  100.9086             25832 
      152.3786                  171.2723                  190.2304             25833 
      216.2970                  232.2022                  246.6778             25834 
      273.7840                  277.8852                  308.1745             25835 
      329.6740                  362.2854                  409.3314             25836 
      472.9398                  511.7183                  524.1334             25837 
      544.6984                  572.4658                  663.1417             25838 
      730.5501                  829.2815                  873.9762             25839 
      904.1041                  961.7579                  981.9502             25840 
      994.5422                 1021.1467                 1046.9160             25841 
     1128.7553                 1142.0261                 1160.9911             25842 
     1218.7865                 1250.5634                 1283.9992             25843 
     1322.6541                 1360.4903                 1381.9762             25844 
     1407.2065                 1408.5992                 1422.8039             25845 
     1453.2269                 1462.1237                 1470.0267             25846 
     1480.1833                 1500.9830                 1854.7108             25847 
     3014.6695                 3063.7256                 3073.0100             25848 
     3095.3452                 3125.1606                 3174.9030             25849 
     3193.7379                 3664.1764                 3728.1552             25850 
Zero-point correction (Hartree): 0.156980 25851 
 25852 
diHPCARP_I.ttmmmtmtd 25853 
-------------------- 25854 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17836066  25855 
Electronic state : 2-A 25856 
Cartesian coordinates (Angs): 25857 
     O       2.742346     -1.047614      -0.913219 25858 
     O       1.605256     -0.500931      -1.219771 25859 
     C       0.705302     -0.469976      -0.077149 25860 
     C      -0.482612      0.371103      -0.565143 25861 
     C      -1.596049      0.538318       0.471515 25862 
     O      -2.415661     -0.607414       0.563657 25863 
     O      -3.069371     -0.771301      -0.690530 25864 
     H      -3.985184     -0.578265      -0.455928 25865 
     C       0.288290     -1.884654       0.282368 25866 
     H       1.180891     -2.491034       0.420403 25867 
     H      -0.332171     -2.310296      -0.504410 25868 
     H      -0.276856     -1.867204       1.210373 25869 
     C       1.459845      0.175401       1.086573 25870 
     O       1.082078      0.082045       2.218208 25871 
     H       2.383664      0.709349       0.813205 25872 
     H      -0.899052     -0.122199      -1.445772 25873 
     O      -0.081486      1.623790      -1.072254 25874 
     O       0.384342      2.383479       0.047824 25875 
     H       1.084703      2.899329      -0.369634 25876 
     H      -1.199678      0.668281       1.478216 25877 
     H      -2.185008      1.414465       0.193246 25878 
Rotational constants (GHz):    1.1926800    0.7219100    0.6546400 25879 
Vibrational harmonic frequencies (cm-1): 25880 
       37.9275                   62.7013                  104.4131             25881 
      128.6363                  148.3403                  166.0863             25882 
      188.8375                  209.8996                  213.4954             25883 
      230.6939                  252.4691                  271.3917             25884 
      285.9911                  310.4435                  352.9646             25885 
      387.4632                  433.2895                  452.3383             25886 
      517.9320                  533.0036                  634.0351             25887 
      702.4633                  801.3298                  891.3675             25888 
      929.1146                  967.2260                  981.8941             25889 
      995.6340                 1055.3928                 1096.5131             25890 
     1113.6553                 1123.9149                 1177.8157             25891 
     1191.6181                 1261.2345                 1277.6614             25892 
     1303.6591                 1331.5232                 1366.5147             25893 
     1392.3036                 1403.5126                 1414.8258             25894 
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     1421.5465                 1438.5686                 1481.3957             25895 
     1483.8116                 1501.6595                 1862.9353             25896 
     3013.1673                 3075.2808                 3084.4521             25897 
     3103.9280                 3147.4284                 3165.7109             25898 
     3181.5025                 3827.1630                 3839.3845             25899 
Zero-point correction (Hartree): 0.155666 25900 
 25901 
diHPCARP_I.ttpmptmmd 25902 
-------------------- 25903 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18241022  25904 
Electronic state : 2-A 25905 
Cartesian coordinates (Angs): 25906 
     O       3.083684     -0.225887       0.093884 25907 
     O       2.130614      0.464992      -0.451144 25908 
     C       0.841570     -0.202918      -0.309557 25909 
     C      -0.145112      0.841613      -0.853689 25910 
     C      -1.562171      0.379795      -1.181649 25911 
     O      -2.331013      0.001233      -0.055169 25912 
     O      -2.346166     -1.413806       0.050859 25913 
     H      -1.636498     -1.578088       0.701785 25914 
     C       0.852269     -1.470633      -1.145831 25915 
     H       1.703561     -2.082626      -0.856884 25916 
     H       0.932864     -1.220571      -2.203413 25917 
     H      -0.062152     -2.033536      -0.975768 25918 
     C       0.686555     -0.531717       1.178448 25919 
     O      -0.086255     -1.359256       1.583478 25920 
     H       1.375100     -0.002669       1.848365 25921 
     H       0.291863      1.190104      -1.795520 25922 
     O      -0.163890      2.018616      -0.066696 25923 
     O      -0.483981      1.685094       1.274795 25924 
     H      -1.424098      1.444529       1.234525 25925 
     H      -2.075361      1.244868      -1.605731 25926 
     H      -1.567905     -0.426745      -1.913746 25927 
Rotational constants (GHz):    1.3152300    0.8101500    0.7137100 25928 
Vibrational harmonic frequencies (cm-1): 25929 
       84.2201                   94.9515                  130.3128             25930 
      154.6438                  179.0790                  189.0485             25931 
      217.3453                  230.9274                  250.4167             25932 
      282.0255                  303.9399                  318.4244             25933 
      329.2797                  397.2171                  422.4300             25934 
      454.3976                  474.5831                  515.3187             25935 
      568.5407                  610.2168                  655.1355             25936 
      734.5190                  838.2262                  880.9997             25937 
      914.7144                  934.2737                  993.0865             25938 
      999.3804                 1016.2559                 1072.9247             25939 
     1121.1432                 1135.7597                 1161.0866             25940 
     1200.4273                 1264.4016                 1281.4958             25941 
     1314.5077                 1347.5396                 1371.7335             25942 
     1404.1210                 1407.8540                 1426.3362             25943 
     1455.7636                 1467.5849                 1494.0593             25944 
     1501.9288                 1510.9106                 1836.6956             25945 
     3062.9253                 3067.8691                 3079.2366             25946 
     3081.5240                 3138.1986                 3160.7337             25947 
     3179.3376                 3583.5204                 3731.1433             25948 
Zero-point correction (Hartree): 0.157273 25949 
 25950 
diHPCARP_I.ttppmttpd 25951 
-------------------- 25952 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18246030  25953 
Electronic state : 2-A 25954 
Cartesian coordinates (Angs): 25955 
     O       3.207443      0.459932       0.169459 25956 
     O       2.093353      0.907465      -0.320706 25957 
     C       1.025706     -0.083105      -0.222180 25958 
     C      -0.225911      0.681652      -0.676346 25959 
     C      -1.314359     -0.158214      -1.331362 25960 
     O      -1.746675     -1.283748      -0.607759 25961 
     O      -2.421586     -0.827349       0.558442 25962 
     H      -1.763838     -1.055204       1.236873 25963 
     C       1.376545     -1.285034      -1.079626 25964 
     H       2.347374     -1.669665      -0.776298 25965 
     H       1.422077     -0.997308      -2.129387 25966 
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     H       0.621870     -2.055375      -0.937350 25967 
     C       0.925252     -0.478656       1.255961 25968 
     O       0.160088     -1.310919       1.652241 25969 
     H       1.617661      0.048883       1.929438 25970 
     H       0.093085      1.419083      -1.423173 25971 
     O      -0.638914      1.360360       0.503004 25972 
     O      -1.838901      2.061095       0.260793 25973 
     H      -2.493976      1.398260       0.534525 25974 
     H      -2.160015      0.486125      -1.573632 25975 
     H      -0.926089     -0.569330      -2.263467 25976 
Rotational constants (GHz):    1.3878000    0.7496400    0.6719400 25977 
Vibrational harmonic frequencies (cm-1): 25978 
       58.5419                   92.7929                  133.5557             25979 
      142.5557                  155.7321                  196.3602             25980 
      205.7460                  230.3595                  247.7494             25981 
      268.9420                  287.5520                  324.3154             25982 
      340.2853                  363.5902                  409.4926             25983 
      469.7667                  470.3840                  519.1763             25984 
      546.0172                  580.1233                  652.0722             25985 
      723.9612                  815.4681                  865.5151             25986 
      906.3181                  966.1374                  979.7317             25987 
      989.1240                 1052.3161                 1066.9975             25988 
     1128.3933                 1136.2721                 1168.0265             25989 
     1216.6528                 1269.9512                 1286.0262             25990 
     1303.6489                 1362.1990                 1377.8223             25991 
     1397.3229                 1409.3654                 1427.0494             25992 
     1442.4900                 1453.3047                 1478.7189             25993 
     1497.1165                 1506.3290                 1860.4118             25994 
     3028.9266                 3037.6468                 3078.1906             25995 
     3091.8829                 3136.9262                 3160.5169             25996 
     3175.1198                 3726.1356                 3735.7207             25997 
Zero-point correction (Hartree): 0.157086 25998 
 25999 
diHPCARP_I.ttppttmmd 26000 
-------------------- 26001 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18156555  26002 
Electronic state : 2-A 26003 
Cartesian coordinates (Angs): 26004 
     O       3.089537      0.020288       0.249396 26005 
     O       2.113800      0.565551      -0.408870 26006 
     C       0.881349     -0.202044      -0.266092 26007 
     C      -0.160288      0.690129      -0.958308 26008 
     C      -1.469849      0.001461      -1.372872 26009 
     O      -1.986108     -1.013067      -0.548436 26010 
     O      -2.505452     -0.432496       0.640799 26011 
     H      -1.945907     -0.879258       1.299274 26012 
     C       1.046034     -1.539349      -0.966890 26013 
     H       1.936067     -2.033847      -0.584811 26014 
     H       1.154233     -1.391224      -2.041116 26015 
     H       0.178129     -2.160693      -0.762206 26016 
     C       0.666866     -0.398864       1.240080 26017 
     O      -0.059192     -1.243352       1.689021 26018 
     H       1.268607      0.259545       1.880616 26019 
     H       0.309409      1.016748      -1.891945 26020 
     O      -0.353136      1.925323      -0.300563 26021 
     O      -0.738399      1.708985       1.044439 26022 
     H      -1.646698      1.368076       0.968291 26023 
     H      -2.219361      0.781382      -1.532391 26024 
     H      -1.307547     -0.518590      -2.317517 26025 
Rotational constants (GHz):    1.3535300    0.7914800    0.7429500 26026 
Vibrational harmonic frequencies (cm-1): 26027 
       87.9560                  118.5522                  145.8817             26028 
      160.2757                  173.7370                  187.2498             26029 
      226.1831                  236.7314                  243.3677             26030 
      253.3502                  265.5454                  312.3370             26031 
      352.3438                  389.5647                  419.7486             26032 
      433.2756                  446.1479                  519.6128             26033 
      596.5386                  618.7597                  639.0235             26034 
      721.5455                  782.7683                  878.7065             26035 
      908.1240                  959.7769                  992.3726             26036 
     1014.0212                 1035.6126                 1063.8542             26037 
     1120.6593                 1136.5157                 1169.6217             26038 
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     1208.0281                 1268.3782                 1279.6874             26039 
     1310.6881                 1355.6094                 1381.4779             26040 
     1400.1443                 1409.3428                 1429.0819             26041 
     1445.1806                 1463.2528                 1487.4986             26042 
     1492.0051                 1504.1144                 1842.6281             26043 
     3054.9380                 3060.5389                 3067.5629             26044 
     3079.7401                 3126.3070                 3159.9874             26045 
     3182.7631                 3684.8164                 3710.8643             26046 
Zero-point correction (Hartree): 0.157226 26047 
 26048 
diHPCARP_I.tttmmtmmd 26049 
-------------------- 26050 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18110599  26051 
Electronic state : 2-A 26052 
Cartesian coordinates (Angs): 26053 
     O      -3.115499     -0.735078      -0.484512 26054 
     O      -1.909801     -0.674944      -0.961598 26055 
     C      -1.096713      0.266697      -0.213426 26056 
     C       0.323370      0.048650      -0.755694 26057 
     C       1.323810      1.029502      -0.146676 26058 
     O       2.631441      0.807863      -0.637536 26059 
     O       3.219140     -0.250389       0.112312 26060 
     H       3.926442      0.215566       0.575165 26061 
     C      -1.597447      1.677627      -0.468276 26062 
     H      -2.671959      1.707704      -0.301741 26063 
     H      -1.382540      1.981926      -1.492210 26064 
     H      -1.124082      2.362934       0.231232 26065 
     C      -1.214072     -0.084648       1.273475 26066 
     O      -0.916826      0.703225       2.125203 26067 
     H      -1.595963     -1.091278       1.494961 26068 
     H       0.290288      0.197363      -1.838376 26069 
     O       0.734728     -1.294212      -0.648676 26070 
     O       0.848618     -1.628159       0.725310 26071 
     H       1.793871     -1.466472       0.874313 26072 
     H       1.080625      2.042308      -0.466863 26073 
     H       1.315225      0.996533       0.943063 26074 
Rotational constants (GHz):    1.5531600    0.6361000    0.6177900 26075 
Vibrational harmonic frequencies (cm-1): 26076 
       57.6710                   80.1917                  120.9069             26077 
      136.8549                  165.9285                  184.3353             26078 
      189.1384                  235.8374                  245.5330             26079 
      264.2320                  281.2499                  294.8083             26080 
      315.1092                  333.6918                  382.9215             26081 
      403.2616                  448.0593                  496.8471             26082 
      503.0352                  605.0993                  640.4428             26083 
      694.2545                  820.0668                  879.5890             26084 
      925.4038                  960.1765                  990.7595             26085 
     1006.0953                 1009.9527                 1092.8479             26086 
     1122.3509                 1142.0198                 1172.4037             26087 
     1200.6778                 1258.8420                 1277.9843             26088 
     1311.8484                 1325.8249                 1387.3168             26089 
     1395.7511                 1398.3961                 1416.8096             26090 
     1428.3733                 1442.7018                 1474.4226             26091 
     1488.1349                 1507.8084                 1856.8850             26092 
     3042.0696                 3076.8546                 3084.2125             26093 
     3092.9705                 3146.6900                 3159.1867             26094 
     3170.3174                 3725.4131                 3822.0560             26095 
Zero-point correction (Hartree): 0.156493 26096 
 26097 
diHPCARP_I.tttmptmmd 26098 
-------------------- 26099 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18264158  26100 
Electronic state : 2-A 26101 
Cartesian coordinates (Angs): 26102 
     O      -3.072129     -0.792505      -0.564962 26103 
     O      -1.846022     -0.722756      -0.985479 26104 
     C      -1.086522      0.255728      -0.228211 26105 
     C       0.356965      0.059093      -0.708733 26106 
     C       1.327870      1.058965      -0.087188 26107 
     O       2.640779      0.880015      -0.577010 26108 
     O       3.228312     -0.224967       0.104355 26109 
     H       3.233041     -0.896811      -0.591414 26110 
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     C      -1.603972      1.649429      -0.539741 26111 
     H      -2.685028      1.660220      -0.420294 26112 
     H      -1.351001      1.934259      -1.560555 26113 
     H      -1.174925      2.360487       0.162574 26114 
     C      -1.260131     -0.057816       1.262073 26115 
     O      -0.993377      0.752094       2.102394 26116 
     H      -1.654662     -1.057161       1.494760 26117 
     H       0.362809      0.182926      -1.795211 26118 
     O       0.794417     -1.278266      -0.554039 26119 
     O       0.841326     -1.585617       0.829921 26120 
     H       1.735093     -1.287328       1.070164 26121 
     H       1.062593      2.070107      -0.393237 26122 
     H       1.320362      1.016923       1.002570 26123 
Rotational constants (GHz):    1.5422600    0.6403700    0.6208900 26124 
Vibrational harmonic frequencies (cm-1): 26125 
       59.6178                   84.1523                  119.1092             26126 
      134.0275                  166.6872                  176.8886             26127 
      198.9045                  237.2390                  246.5642             26128 
      265.4072                  283.1079                  316.6571             26129 
      333.6525                  370.0441                  386.1658             26130 
      408.7756                  450.4264                  493.3321             26131 
      578.0583                  609.1285                  638.3481             26132 
      695.4642                  826.0205                  880.1783             26133 
      926.6800                  957.4082                  989.9152             26134 
     1006.5486                 1011.6360                 1097.1676             26135 
     1122.4651                 1136.1724                 1168.0942             26136 
     1196.9705                 1261.8461                 1276.9983             26137 
     1308.5305                 1323.9286                 1385.6672             26138 
     1398.4919                 1408.3107                 1416.4984             26139 
     1421.9664                 1441.3298                 1480.5408             26140 
     1488.1528                 1508.4342                 1858.9143             26141 
     3039.9358                 3076.9062                 3082.9995             26142 
     3095.6425                 3148.7656                 3159.7281             26143 
     3171.8581                 3695.5787                 3798.5417             26144 
Zero-point correction (Hartree): 0.156785 26145 
 26146 
diHPCARP_I.tttpmtmmd 26147 
-------------------- 26148 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18265567  26149 
Electronic state : 2-A 26150 
Cartesian coordinates (Angs): 26151 
     O      -3.009789     -0.959312       0.563877 26152 
     O      -1.741139     -1.227266       0.493693 26153 
     C      -1.038503     -0.229748      -0.292116 26154 
     C       0.440984     -0.559359      -0.086755 26155 
     C       1.355703      0.312805      -0.957612 26156 
     O       2.639683      0.414590      -0.381649 26157 
     O       3.203479     -0.888162      -0.343692 26158 
     H       2.980656     -1.171933       0.555113 26159 
     C      -1.436910     -0.357885      -1.751271 26160 
     H      -2.520766     -0.311562      -1.829549 26161 
     H      -1.084411     -1.303291      -2.161975 26162 
     H      -1.017315      0.471718      -2.316346 26163 
     C      -1.415966      1.150540       0.257125 26164 
     O      -1.297158      2.140912      -0.404316 26165 
     H      -1.806085      1.159886       1.285299 26166 
     H       0.576154     -1.615402      -0.331459 26167 
     O       0.834097     -0.510372       1.271850 26168 
     O       0.788815      0.838665       1.709940 26169 
     H       1.676826      1.153061       1.478118 26170 
     H       1.422209     -0.094691      -1.966987 26171 
     H       0.996987      1.341662      -1.006057 26172 
Rotational constants (GHz):    1.4996200    0.6398400    0.6256200 26173 
Vibrational harmonic frequencies (cm-1): 26174 
       63.7784                   91.9583                  114.8347             26175 
      126.8763                  152.2474                  178.7963             26176 
      195.0085                  241.0894                  247.6148             26177 
      276.8770                  290.4356                  310.9210             26178 
      355.1705                  378.6926                  400.1963             26179 
      419.6128                  455.1005                  487.9484             26180 
      494.9635                  604.3212                  674.1556             26181 
      731.9873                  800.3617                  878.9584             26182 
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      935.5966                  960.6626                  990.5423             26183 
     1000.3118                 1012.8149                 1084.4066             26184 
     1125.1388                 1138.3300                 1179.0496             26185 
     1200.8478                 1270.2384                 1278.0618             26186 
     1304.4887                 1327.3444                 1389.7394             26187 
     1398.7565                 1405.5816                 1418.1852             26188 
     1423.6720                 1429.8639                 1485.6619             26189 
     1492.1814                 1505.2858                 1861.6394             26190 
     3037.7100                 3078.3114                 3083.6087             26191 
     3092.2370                 3140.9885                 3160.8735             26192 
     3170.8610                 3749.4917                 3773.5980             26193 
Zero-point correction (Hartree): 0.156916 26194 
 26195 
 26196 
 26197 
(2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 26198 
============================================================== 26199 
 26200 
diHPCARP_Ib.mmmmptmpd 26201 
--------------------- 26202 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20867822  26203 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09276229  26204 
     T1 diagnostic:  0.020361  26205 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.04757901  26206 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07004318  26207 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05076294  26208 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07191418  26209 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.53760896  26210 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53239354  26211 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18365819  26212 
Electronic state : 2-A 26213 
Cartesian coordinates (Angs): 26214 
     O      -2.373957      0.449740       1.215166 26215 
     O      -0.974640      0.652897       1.245013 26216 
     C      -0.425330      0.761854      -0.060358 26217 
     C       0.063297     -0.583832      -0.618686 26218 
     C       0.779176     -1.431307       0.427724 26219 
     O       1.880301     -0.726995       0.953063 26220 
     O       2.899749     -0.725184      -0.035372 26221 
     H       2.874882      0.192652      -0.353495 26222 
     C      -1.329974      1.503216      -1.038814 26223 
     H      -1.639380      2.453375      -0.606756 26224 
     H      -2.218121      0.919168      -1.259668 26225 
     H      -0.775738      1.685932      -1.957965 26226 
     C       0.809521      1.636859       0.165843 26227 
     O       1.677911      1.767240      -0.654456 26228 
     H       0.810911      2.181277       1.123315 26229 
     H       0.729297     -0.374981      -1.455480 26230 
     O      -0.986398     -1.364260      -1.231359 26231 
     O      -1.867061     -1.788421      -0.377893 26232 
     H      -2.438159     -0.506987       1.072047 26233 
     H       0.126649     -1.614709       1.278981 26234 
     H       1.102273     -2.376596      -0.008530 26235 
Rotational constants (GHz):    1.2497800    0.8353700    0.6715300 26236 
Vibrational harmonic frequencies (cm-1): 26237 
       52.3334                   85.3203                  104.2284             26238 
      140.1963                  183.7021                  188.9342             26239 
      210.5456                  233.3624                  252.9626             26240 
      255.9632                  275.0152                  287.9584             26241 
      331.6702                  360.3007                  418.8707             26242 
      457.3340                  462.8850                  485.6657             26243 
      490.9905                  577.2854                  634.7513             26244 
      684.7211                  780.1742                  916.6761             26245 
      948.2586                  956.2718                  980.9902             26246 
     1016.7438                 1030.6754                 1071.6421             26247 
     1118.5733                 1134.4736                 1185.1583             26248 
     1223.8878                 1242.2535                 1266.5515             26249 
     1286.8511                 1349.1392                 1382.9831             26250 
     1394.3492                 1408.0229                 1426.2362             26251 
     1459.2881                 1464.1614                 1480.6634             26252 
     1486.7548                 1502.7714                 1841.0525             26253 
     3022.3367                 3083.2748                 3092.4813             26254 
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     3129.3997                 3160.3267                 3161.9068             26255 
     3182.5228                 3720.8199                 3759.6466             26256 
Zero-point correction (Hartree): 0.156834 26257 
 26258 
diHPCARP_Ib.mmmmptpmd 26259 
--------------------- 26260 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18143003  26261 
Electronic state : 2-A 26262 
Cartesian coordinates (Angs): 26263 
     O       1.824869     -0.350768       1.729350 26264 
     O       0.736336     -1.125456       1.252334 26265 
     C       0.466737     -0.756913      -0.094993 26266 
     C       0.079939      0.722557      -0.235741 26267 
     C      -0.815134      1.182851       0.905570 26268 
     O      -1.968537      0.370036       0.967423 26269 
     O      -2.820991      0.755489      -0.101003 26270 
     H      -2.710691      0.023908      -0.730295 26271 
     C       1.591569     -1.164335      -1.036755 26272 
     H       1.776008     -2.234912      -0.949762 26273 
     H       2.499465     -0.618364      -0.789412 26274 
     H       1.315714     -0.929431      -2.062941 26275 
     C      -0.766962     -1.597355      -0.412349 26276 
     O      -1.438651     -1.421266      -1.392977 26277 
     H      -0.975459     -2.406862       0.305546 26278 
     H      -0.414685      0.849015      -1.198245 26279 
     O       1.232106      1.583997      -0.240580 26280 
     O       1.693551      1.780233      -1.439907 26281 
     H       2.513092     -1.018743       1.837804 26282 
     H      -0.314676      1.049340       1.863452 26283 
     H      -1.095131      2.227089       0.772327 26284 
Rotational constants (GHz):    1.1305600    0.8094600    0.7390800 26285 
Vibrational harmonic frequencies (cm-1): 26286 
       65.8560                   78.3410                  109.1218             26287 
      124.4862                  151.6643                  177.2115             26288 
      191.8134                  202.1520                  229.6539             26289 
      237.7194                  266.6594                  279.1871             26290 
      303.0491                  364.5720                  372.3019             26291 
      417.5785                  435.0081                  453.3931             26292 
      498.0063                  534.8388                  629.7364             26293 
      685.1611                  765.9940                  917.6711             26294 
      951.1543                  954.9395                  983.2542             26295 
     1031.0387                 1057.0412                 1068.5487             26296 
     1115.5017                 1143.2126                 1188.6096             26297 
     1218.4786                 1253.6663                 1280.8165             26298 
     1287.4227                 1343.0021                 1378.7890             26299 
     1398.5528                 1405.1379                 1410.5355             26300 
     1417.2528                 1460.5484                 1486.3551             26301 
     1488.2302                 1506.2784                 1844.6527             26302 
     3012.8016                 3074.7364                 3097.2033             26303 
     3126.0790                 3154.1927                 3159.8782             26304 
     3167.5831                 3724.4718                 3821.1201             26305 
Zero-point correction (Hartree): 0.156060 26306 
 26307 
diHPCARP_Ib.mmmmptppd 26308 
--------------------- 26309 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18132956  26310 
Electronic state : 2-A 26311 
Cartesian coordinates (Angs): 26312 
     O       2.239760     -0.602782       1.416024 26313 
     O       0.876416     -0.957614       1.270843 26314 
     C       0.440089     -0.734514      -0.065380 26315 
     C       0.038718      0.734066      -0.274891 26316 
     C      -0.885505      1.252548       0.821863 26317 
     O      -2.032491      0.446550       0.949334 26318 
     O      -2.872110      0.723461      -0.160916 26319 
     H      -2.762918     -0.075878      -0.704215 26320 
     C       1.436876     -1.229625      -1.106196 26321 
     H       1.694199     -2.267310      -0.897429 26322 
     H       2.345023     -0.635347      -1.085849 26323 
     H       0.980404     -1.160156      -2.091555 26324 
     C      -0.810416     -1.601560      -0.180771 26325 
     O      -1.537497     -1.554933      -1.137328 26326 
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     H      -0.965966     -2.310290       0.647771 26327 
     H      -0.398873      0.854885      -1.264743 26328 
     O       1.208321      1.574419      -0.202369 26329 
     O       1.760950      1.777682      -1.362149 26330 
     H       2.200057      0.339520       1.630820 26331 
     H      -0.390638      1.189140       1.791173 26332 
     H      -1.166645      2.285677       0.618763 26333 
Rotational constants (GHz):    1.1909300    0.7981500    0.6901900 26334 
Vibrational harmonic frequencies (cm-1): 26335 
       47.7714                   81.9424                  103.0599             26336 
      134.7851                  158.4837                  183.3173             26337 
      202.2988                  217.2319                  242.8945             26338 
      258.8642                  269.2525                  299.8745             26339 
      327.7211                  352.4450                  370.9283             26340 
      412.3886                  446.9592                  459.8634             26341 
      501.5254                  534.9104                  629.4858             26342 
      681.5345                  763.3354                  920.0469             26343 
      955.1386                  958.7244                  980.1300             26344 
     1023.7431                 1045.3044                 1062.2000             26345 
     1123.3824                 1143.9282                 1186.0757             26346 
     1218.1693                 1249.6745                 1279.9976             26347 
     1291.7500                 1331.1468                 1365.8968             26348 
     1397.1700                 1409.7792                 1416.5062             26349 
     1433.1331                 1471.3937                 1478.6183             26350 
     1483.4701                 1503.9698                 1838.3634             26351 
     3020.7119                 3083.4809                 3088.6212             26352 
     3129.0562                 3146.9483                 3160.7506             26353 
     3186.2837                 3702.2182                 3790.5578             26354 
Zero-point correction (Hartree): 0.156185 26355 
 26356 
diHPCARP_Ib.mmmmpttmd 26357 
--------------------- 26358 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18102246  26359 
Electronic state : 2-A 26360 
Cartesian coordinates (Angs): 26361 
     O       2.063426     -0.290910       1.485278 26362 
     O       0.969516     -1.129821       1.150488 26363 
     C       0.538293     -0.813807      -0.167363 26364 
     C       0.076335      0.636834      -0.312363 26365 
     C      -0.717871      1.110859       0.896292 26366 
     O      -1.831627      0.266230       1.099784 26367 
     O      -2.797804      0.583176       0.108413 26368 
     H      -2.729916     -0.172385      -0.497754 26369 
     C       1.569845     -1.201250      -1.219771 26370 
     H       1.808686     -2.261031      -1.136392 26371 
     H       2.473658     -0.611784      -1.086406 26372 
     H       1.167272     -1.007196      -2.212718 26373 
     C      -0.686275     -1.713099      -0.323155 26374 
     O      -1.458500     -1.605053      -1.237027 26375 
     H      -0.788374     -2.497017       0.444146 26376 
     H      -0.526172      0.712044      -1.217706 26377 
     O       1.219479      1.495754      -0.500257 26378 
     O       0.870921      2.615403      -1.060902 26379 
     H       2.789102     -0.924322       1.546447 26380 
     H      -0.119726      1.024933       1.802338 26381 
     H      -1.039793      2.141305       0.749987 26382 
Rotational constants (GHz):    1.0483800    0.8802000    0.7018800 26383 
Vibrational harmonic frequencies (cm-1): 26384 
       61.7412                   81.7625                   96.6558             26385 
      113.9950                  151.5648                  168.2868             26386 
      173.4450                  188.6724                  224.2970             26387 
      235.7809                  250.0451                  264.8296             26388 
      299.2811                  338.7158                  366.4971             26389 
      415.1938                  440.8970                  461.4933             26390 
      479.7285                  538.4575                  612.4462             26391 
      681.3148                  799.6449                  916.9594             26392 
      951.5185                  954.2098                  985.2298             26393 
     1034.9741                 1063.8596                 1071.8851             26394 
     1108.8001                 1129.5895                 1184.3441             26395 
     1227.5603                 1258.1285                 1278.8411             26396 
     1289.0493                 1344.6436                 1383.8351             26397 
     1396.1459                 1405.0893                 1409.7317             26398 
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     1417.8938                 1457.3103                 1484.1341             26399 
     1490.7898                 1504.2601                 1847.1559             26400 
     3020.7643                 3075.5421                 3097.7137             26401 
     3119.9178                 3153.0957                 3161.4350             26402 
     3170.2452                 3729.9469                 3823.9391             26403 
Zero-point correction (Hartree): 0.155811 26404 
 26405 
diHPCARP_Ib.mmmmpttpd 26406 
--------------------- 26407 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18122986  26408 
Electronic state : 2-A 26409 
Cartesian coordinates (Angs): 26410 
     O       2.452774     -0.575367       1.160174 26411 
     O       1.089862     -0.959309       1.164254 26412 
     C       0.515894     -0.790571      -0.127277 26413 
     C       0.038059      0.649012      -0.338103 26414 
     C      -0.817697      1.170318       0.812336 26415 
     O      -1.931416      0.340858       1.041635 26416 
     O      -2.849958      0.555187      -0.018831 26417 
     H      -2.761232     -0.265030      -0.533539 26418 
     C       1.425382     -1.268930      -1.253837 26419 
     H       1.783019     -2.273959      -1.035978 26420 
     H       2.280926     -0.609857      -1.362824 26421 
     H       0.852851     -1.283592      -2.179472 26422 
     C      -0.706109     -1.706302      -0.096278 26423 
     O      -1.508200     -1.733871      -0.991278 26424 
     H      -0.767538     -2.375422       0.776061 26425 
     H      -0.487535      0.727974      -1.289344 26426 
     O       1.213784      1.486649      -0.411068 26427 
     O       0.950015      2.642057      -0.946718 26428 
     H       2.413800      0.378990       1.314258 26429 
     H      -0.249188      1.137796       1.742144 26430 
     H      -1.133163      2.192295       0.602316 26431 
Rotational constants (GHz):    1.0942600    0.8669000    0.6555300 26432 
Vibrational harmonic frequencies (cm-1): 26433 
       44.3336                   86.4919                  100.3644             26434 
      126.3091                  155.9575                  178.2042             26435 
      195.1336                  213.1798                  230.8914             26436 
      252.3267                  262.3363                  285.7602             26437 
      327.6321                  336.4070                  349.7337             26438 
      440.5961                  451.5462                  458.3666             26439 
      482.4402                  540.9428                  621.3619             26440 
      675.2214                  791.1389                  921.6518             26441 
      950.6595                  959.4954                  980.8757             26442 
     1021.6383                 1061.3837                 1067.8206             26443 
     1105.8570                 1138.5481                 1180.8003             26444 
     1227.6318                 1251.7364                 1284.8319             26445 
     1287.4224                 1329.6531                 1376.7419             26446 
     1395.3980                 1406.0198                 1412.4593             26447 
     1434.3691                 1467.9119                 1477.6933             26448 
     1488.8433                 1502.2588                 1840.3213             26449 
     3025.2254                 3084.6868                 3087.0345             26450 
     3125.1510                 3146.9175                 3161.6125             26451 
     3185.6050                 3705.2144                 3786.3378             26452 
Zero-point correction (Hartree): 0.156024 26453 
 26454 
diHPCARP_Ib.mmpmptmpd 26455 
--------------------- 26456 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17936128  26457 
Electronic state : 2-A 26458 
Cartesian coordinates (Angs): 26459 
     O       0.674010     -0.672066       1.870129 26460 
     O      -0.290763      0.263217       1.429388 26461 
     C      -0.948533     -0.221522       0.264293 26462 
     C      -0.045953     -0.386022      -0.967193 26463 
     C       0.997582      0.691745      -1.221399 26464 
     O       1.792337      1.050092      -0.103989 26465 
     O       1.286704      2.254882       0.451975 26466 
     H       0.711125      1.910752       1.154158 26467 
     C      -1.730020     -1.493574       0.578689 26468 
     H      -2.466544     -1.285282       1.353917 26469 
     H      -1.046926     -2.258776       0.937107 26470 
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     H      -2.238868     -1.852307      -0.314591 26471 
     C      -1.965794      0.884615      -0.019978 26472 
     O      -2.404932      1.112564      -1.109031 26473 
     H      -2.300375      1.432025       0.878865 26474 
     H      -0.722718     -0.396511      -1.823276 26475 
     O       0.537403     -1.716516      -1.008156 26476 
     O       1.728318     -1.777680      -0.498522 26477 
     H       1.449155     -0.425579       1.331708 26478 
     H       1.685615      0.322531      -1.982128 26479 
     H       0.501234      1.585755      -1.596578 26480 
Rotational constants (GHz):    1.0766100    0.9294800    0.7792700 26481 
Vibrational harmonic frequencies (cm-1): 26482 
       50.1026                   80.6354                   92.6417             26483 
      132.2368                  182.1754                  184.4991             26484 
      216.7643                  237.8046                  247.7656             26485 
      262.0150                  279.9564                  301.8178             26486 
      331.7376                  365.7732                  449.8039             26487 
      465.6554                  499.9524                  518.7936             26488 
      533.7845                  603.4586                  656.8918             26489 
      700.3675                  842.6417                  889.7254             26490 
      918.1679                  942.4070                  968.1444             26491 
      991.0732                 1038.5172                 1067.4738             26492 
     1093.0753                 1137.6680                 1165.8980             26493 
     1210.4555                 1255.6333                 1268.8707             26494 
     1317.5172                 1365.7237                 1394.3429             26495 
     1398.5155                 1405.6759                 1414.7968             26496 
     1456.8892                 1464.7114                 1483.2399             26497 
     1485.1873                 1504.1408                 1869.9265             26498 
     2988.9475                 3077.2874                 3089.7216             26499 
     3109.1916                 3144.0939                 3153.9822             26500 
     3177.7895                 3661.2288                 3746.1656             26501 
Zero-point correction (Hartree): 0.156951 26502 
 26503 
diHPCARP_Ib.mmpmptppd 26504 
--------------------- 26505 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18023923  26506 
Electronic state : 2-A 26507 
Cartesian coordinates (Angs): 26508 
     O       0.465863     -0.624958       2.011526 26509 
     O       0.426678      0.613148       1.325783 26510 
     C      -0.612683      0.601557       0.349628 26511 
     C      -0.371936     -0.393070      -0.792396 26512 
     C       1.045913     -0.469820      -1.334131 26513 
     O       2.006203     -0.825696      -0.349094 26514 
     O       2.791459      0.308811      -0.019010 26515 
     H       2.263669      0.712927       0.689756 26516 
     C      -1.973300      0.428384       1.014089 26517 
     H      -2.127464      1.232990       1.732502 26518 
     H      -2.005878     -0.522563       1.539398 26519 
     H      -2.762773      0.449667       0.265393 26520 
     C      -0.556456      2.023955      -0.206063 26521 
     O      -0.829827      2.303619      -1.336558 26522 
     H      -0.280365      2.788187       0.541897 26523 
     H      -1.043648     -0.121837      -1.606904 26524 
     O      -0.723987     -1.735389      -0.383642 26525 
     O      -1.972875     -2.010067      -0.611854 26526 
     H       1.053403     -1.147998       1.436580 26527 
     H       1.076751     -1.251313      -2.094017 26528 
     H       1.328965      0.478168      -1.788558 26529 
Rotational constants (GHz):    1.0333600    0.8913400    0.7543300 26530 
Vibrational harmonic frequencies (cm-1): 26531 
       46.7544                   77.9741                   85.1678             26532 
      114.1952                  173.7692                  185.9245             26533 
      196.7867                  228.9044                  238.1577             26534 
      264.0000                  291.6722                  304.2812             26535 
      330.6485                  399.1101                  427.9089             26536 
      447.8895                  477.8465                  494.7682             26537 
      528.5433                  607.1575                  673.5060             26538 
      685.1257                  818.8788                  909.1405             26539 
      919.3956                  940.6659                  978.9461             26540 
      985.0293                 1043.2572                 1062.0366             26541 
     1115.6093                 1130.0308                 1164.9933             26542 
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     1210.6647                 1261.6764                 1287.2464             26543 
     1305.4212                 1346.4298                 1363.8484             26544 
     1397.5494                 1402.1157                 1415.7912             26545 
     1459.8303                 1471.1049                 1479.6986             26546 
     1480.7463                 1503.8360                 1870.2049             26547 
     2990.4212                 3078.4862                 3088.1212             26548 
     3119.1718                 3148.4931                 3157.0921             26549 
     3177.2031                 3675.0392                 3705.3817             26550 
Zero-point correction (Hartree): 0.156610 26551 
 26552 
diHPCARP_Ib.mmpmpttpd 26553 
--------------------- 26554 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18070309  26555 
Electronic state : 2-A 26556 
Cartesian coordinates (Angs): 26557 
     O       0.383774      0.354461       2.123649 26558 
     O      -0.390210      1.015652       1.139835 26559 
     C      -0.984111      0.062866       0.261493 26560 
     C       0.022485     -0.718489      -0.581691 26561 
     C       1.188467      0.060252      -1.169499 26562 
     O       1.969059      0.729924      -0.190240 26563 
     O       1.699170      2.122041      -0.239040 26564 
     H       0.947988      2.198447       0.372149 26565 
     C      -1.940586     -0.850684       1.022215 26566 
     H      -2.725705     -0.253493       1.484765 26567 
     H      -1.396738     -1.381905       1.798000 26568 
     H      -2.390818     -1.569171       0.338846 26569 
     C      -1.830641      0.944969      -0.655446 26570 
     O      -2.069458      0.675307      -1.795909 26571 
     H      -2.246715      1.839450      -0.159128 26572 
     H      -0.526440     -1.178106      -1.404461 26573 
     O       0.538599     -1.802506       0.235418 26574 
     O       1.078865     -2.725962      -0.498887 26575 
     H       1.244488      0.276407       1.673804 26576 
     H       1.847527     -0.656932      -1.659739 26577 
     H       0.834341      0.780486      -1.905289 26578 
Rotational constants (GHz):    0.9649200    0.9132500    0.7605700 26579 
Vibrational harmonic frequencies (cm-1): 26580 
       47.9329                   76.1020                   83.2183             26581 
      136.5615                  168.5481                  177.0440             26582 
      198.2245                  227.4506                  238.2052             26583 
      261.2791                  282.3580                  294.4412             26584 
      322.5353                  406.7025                  411.5099             26585 
      450.7382                  494.4304                  502.7708             26586 
      539.7303                  619.4171                  663.5732             26587 
      703.7034                  816.6028                  902.7087             26588 
      912.2489                  950.1030                  981.3929             26589 
      985.4444                 1053.0196                 1062.9862             26590 
     1099.5873                 1125.3576                 1164.6549             26591 
     1218.9630                 1263.1817                 1290.1889             26592 
     1299.7090                 1343.2905                 1368.3443             26593 
     1395.4033                 1403.9487                 1418.7303             26594 
     1458.2503                 1472.8677                 1482.2007             26595 
     1487.0768                 1505.7398                 1871.4348             26596 
     2987.9173                 3076.5316                 3091.9639             26597 
     3111.1294                 3149.3314                 3152.3636             26598 
     3180.1522                 3684.2498                 3708.9357             26599 
Zero-point correction (Hartree): 0.156698 26600 
 26601 
diHPCARP_Ib.mmppmmtmd 26602 
--------------------- 26603 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17920222  26604 
Electronic state : 2-A 26605 
Cartesian coordinates (Angs): 26606 
     O       0.050603      2.026130       0.898839 26607 
     O      -0.888910      1.548268      -0.048594 26608 
     C      -1.160714      0.179873       0.199186 26609 
     C       0.007050     -0.751545      -0.126012 26610 
     C       0.871762     -0.303407      -1.297345 26611 
     O       1.673737      0.825792      -0.983574 26612 
     O       2.923196      0.379795      -0.478388 26613 
     H       2.740396      0.222627       0.459508 26614 
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     C      -1.723006     -0.043427       1.599972 26615 
     H      -2.647255      0.521630       1.716426 26616 
     H      -1.006139      0.298822       2.340600 26617 
     H      -1.926437     -1.102015       1.756999 26618 
     C      -2.299003     -0.092202      -0.787493 26619 
     O      -2.454430     -1.130807      -1.360743 26620 
     H      -2.998284      0.754703      -0.896210 26621 
     H      -0.401018     -1.740766      -0.332690 26622 
     O       0.846642     -0.881244       1.049814 26623 
     O       1.529783     -1.988314       1.023333 26624 
     H       0.861305      1.985929       0.364417 26625 
     H       1.523889     -1.113756      -1.618003 26626 
     H       0.232042      0.000112      -2.126407 26627 
Rotational constants (GHz):    1.2413000    0.7537100    0.6942200 26628 
Vibrational harmonic frequencies (cm-1): 26629 
       56.1165                   67.1049                   88.9373             26630 
       92.6829                  141.1461                  170.6300             26631 
      192.2290                  212.5500                  235.5922             26632 
      257.4288                  278.2823                  292.0655             26633 
      322.0626                  388.0564                  405.5779             26634 
      413.1216                  454.6967                  490.7065             26635 
      528.3702                  546.8982                  661.9081             26636 
      708.1436                  827.1550                  889.4929             26637 
      917.7352                  963.6905                  972.7688             26638 
      999.9849                 1041.9001                 1061.9904             26639 
     1094.5291                 1122.7444                 1176.8744             26640 
     1218.8306                 1262.4829                 1282.9737             26641 
     1301.5583                 1349.1745                 1379.0664             26642 
     1393.4995                 1400.4624                 1413.1838             26643 
     1428.6139                 1467.3372                 1471.3957             26644 
     1486.2183                 1504.5538                 1869.5081             26645 
     2994.7525                 3075.9140                 3093.1871             26646 
     3121.0097                 3150.3033                 3151.4189             26647 
     3180.1828                 3711.7575                 3777.6953             26648 
Zero-point correction (Hartree): 0.156187 26649 
 26650 
diHPCARP_Ib.mmppmtppd 26651 
--------------------- 26652 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17953964  26653 
Electronic state : 2-A 26654 
Cartesian coordinates (Angs): 26655 
     O      -0.296512     -0.768303       2.029197 26656 
     O       0.638671     -1.217241       1.063345 26657 
     C       1.072009     -0.122370       0.274332 26658 
     C      -0.010138      0.404192      -0.676883 26659 
     C      -0.940171     -0.678449      -1.210442 26660 
     O      -1.866950     -1.125911      -0.232064 26661 
     O      -3.041272     -0.332553      -0.309526 26662 
     H      -2.791146      0.471224       0.170537 26663 
     C       1.713447      0.969701       1.122218 26664 
     H       2.544023      0.545804       1.685689 26665 
     H       0.983941      1.367835       1.822427 26666 
     H       2.076283      1.776093       0.487143 26667 
     C       2.187973     -0.759823      -0.556235 26668 
     O       2.417152     -0.478292      -1.696536 26669 
     H       2.796143     -1.488456       0.007225 26670 
     H       0.487528      0.915071      -1.499951 26671 
     O      -0.852567      1.380841      -0.019163 26672 
     O      -0.405871      2.595129      -0.137178 26673 
     H      -1.126623     -1.022497       1.592754 26674 
     H      -1.496608     -0.321601      -2.075061 26675 
     H      -0.353474     -1.552335      -1.493308 26676 
Rotational constants (GHz):    1.1799500    0.7647800    0.7181800 26677 
Vibrational harmonic frequencies (cm-1): 26678 
       54.5372                   79.7443                   93.2390             26679 
      109.1129                  146.0754                  169.7090             26680 
      189.3635                  218.5408                  241.7464             26681 
      259.9810                  293.1239                  295.3048             26682 
      322.9337                  403.3671                  422.1062             26683 
      438.5076                  453.4397                  500.4296             26684 
      514.4828                  545.8773                  673.0510             26685 
      683.6533                  815.4804                  901.2025             26686 
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      917.6066                  966.0862                  968.6553             26687 
     1012.6846                 1022.7667                 1061.9999             26688 
     1104.3555                 1124.0806                 1176.9728             26689 
     1211.1934                 1261.9550                 1289.3381             26690 
     1307.9084                 1349.0928                 1373.8871             26691 
     1394.8871                 1398.9483                 1411.4051             26692 
     1446.7607                 1469.5279                 1473.0850             26693 
     1481.9408                 1504.5420                 1867.8934             26694 
     2994.6806                 3077.6560                 3096.3880             26695 
     3128.6297                 3152.5502                 3154.9147             26696 
     3176.1185                 3723.5949                 3762.6185             26697 
Zero-point correction (Hartree): 0.156487 26698 
 26699 
diHPCARP_Ib.mmppmttpd 26700 
--------------------- 26701 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17957753  26702 
Electronic state : 2-A 26703 
Cartesian coordinates (Angs): 26704 
     O       0.258978      1.931540       1.528629 26705 
     O       0.538157      0.558919       1.316974 26706 
     C       0.940507      0.297123      -0.029903 26707 
     C      -0.281132     -0.001234      -0.916418 26708 
     C      -0.940854     -1.355750      -0.672635 26709 
     O      -0.810718     -1.823325       0.646755 26710 
     O      -1.702399     -1.080918       1.466721 26711 
     H      -1.086268     -0.460162       1.885353 26712 
     C       1.799446      1.416082      -0.606756 26713 
     H       2.586232      1.684109       0.096072 26714 
     H       1.198281      2.298939      -0.807858 26715 
     H       2.246505      1.062659      -1.534239 26716 
     C       1.811819     -0.951852       0.077061 26717 
     O       2.091589     -1.608009      -0.884160 26718 
     H       2.195102     -1.169996       1.087284 26719 
     H      -0.006662      0.074747      -1.968319 26720 
     O      -1.207966      1.086038      -0.654814 26721 
     O      -2.175354      1.118989      -1.517965 26722 
     H      -0.632177      2.026755       1.158909 26723 
     H      -1.990220     -1.306143      -0.966238 26724 
     H      -0.427809     -2.103000      -1.276174 26725 
Rotational constants (GHz):    1.0259800    0.9099500    0.7752400 26726 
Vibrational harmonic frequencies (cm-1): 26727 
       67.0112                   78.3491                  109.8815             26728 
      121.9762                  156.7098                  176.9638             26729 
      194.7171                  205.4539                  242.4299             26730 
      265.5126                  280.9832                  336.6329             26731 
      343.2297                  357.0531                  423.8560             26732 
      424.3959                  453.8988                  466.6599             26733 
      505.3674                  553.9936                  672.4720             26734 
      698.5075                  839.8590                  877.9793             26735 
      929.3571                  957.7401                  966.9038             26736 
      990.7383                 1047.6664                 1060.9341             26737 
     1101.6932                 1140.6714                 1160.5260             26738 
     1215.8546                 1257.0203                 1294.4963             26739 
     1302.9448                 1352.3550                 1356.9680             26740 
     1392.5992                 1404.9513                 1414.3406             26741 
     1447.1439                 1455.6211                 1470.0282             26742 
     1492.0834                 1498.7312                 1865.1512             26743 
     3012.6249                 3081.9430                 3091.2642             26744 
     3117.1750                 3151.6069                 3162.7273             26745 
     3172.0728                 3756.6783                 3768.4174             26746 
Zero-point correction (Hartree): 0.156612 26747 
 26748 
diHPCARP_Ib.mmpppmtpd 26749 
--------------------- 26750 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17815742  26751 
Electronic state : 2-A 26752 
Cartesian coordinates (Angs): 26753 
     O       0.129930      1.932842       1.017290 26754 
     O      -0.821802      1.552909       0.040871 26755 
     C      -1.150270      0.184867       0.213007 26756 
     C      -0.008358     -0.776612      -0.116740 26757 
     C       0.873471     -0.362400      -1.284128 26758 
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     O       1.622740      0.821789      -1.065472 26759 
     O       2.780959      0.480277      -0.306095 26760 
     H       3.484798      0.675489      -0.937694 26761 
     C      -1.757559     -0.080337       1.588187 26762 
     H      -2.663681      0.513097       1.706767 26763 
     H      -1.046438      0.202907       2.358578 26764 
     H      -2.001778     -1.136611       1.694015 26765 
     C      -2.269877      0.005989      -0.812727 26766 
     O      -2.435613     -0.985026      -1.463445 26767 
     H      -2.948330      0.874301      -0.877170 26768 
     H      -0.454654     -1.740969      -0.364005 26769 
     O       0.790344     -0.978288       1.071852 26770 
     O       1.528031     -2.039883       0.961655 26771 
     H       0.955241      1.826551       0.515941 26772 
     H       1.554131     -1.176372      -1.530671 26773 
     H       0.239570     -0.144395      -2.144588 26774 
Rotational constants (GHz):    1.2253800    0.7626000    0.7110700 26775 
Vibrational harmonic frequencies (cm-1): 26776 
       54.8857                   59.6793                   84.5541             26777 
       90.2626                  142.0135                  168.4859             26778 
      188.2511                  208.1262                  228.8235             26779 
      247.7513                  252.1421                  274.8873             26780 
      297.3574                  324.7963                  392.0078             26781 
      406.5965                  454.3372                  478.6060             26782 
      517.3331                  551.7036                  664.4843             26783 
      712.5377                  833.5159                  873.8656             26784 
      917.3792                  961.4796                  973.2907             26785 
      994.9728                 1043.4124                 1064.8187             26786 
     1099.5403                 1126.3762                 1175.8250             26787 
     1221.4449                 1268.0214                 1290.3766             26788 
     1311.6533                 1353.2771                 1380.8481             26789 
     1394.5321                 1399.8977                 1408.2602             26790 
     1421.6705                 1442.3069                 1462.7194             26791 
     1484.8680                 1503.0683                 1867.9835             26792 
     2994.8407                 3076.0001                 3088.7389             26793 
     3107.7526                 3145.5828                 3150.6099             26794 
     3180.8624                 3730.4602                 3820.4208             26795 
Zero-point correction (Hartree): 0.155759 26796 
 26797 
diHPCARP_Ib.mtmmptppd 26798 
--------------------- 26799 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17751466  26800 
Electronic state : 2-A 26801 
Cartesian coordinates (Angs): 26802 
     O       1.564003     -1.404671       1.502443 26803 
     O       1.930526     -0.338731       0.646450 26804 
     C       0.792578      0.463050       0.360794 26805 
     C      -0.301376     -0.379748      -0.314698 26806 
     C      -1.542851      0.391340      -0.759708 26807 
     O      -2.476723      0.510027       0.285128 26808 
     O      -3.015098     -0.802368       0.475979 26809 
     H      -3.312324     -0.739005       1.391233 26810 
     C       0.253730      1.158440       1.599202 26811 
     H       1.075211      1.659438       2.108105 26812 
     H      -0.190774      0.429559       2.273562 26813 
     H      -0.494932      1.896452       1.320243 26814 
     C       1.363521      1.474077      -0.635330 26815 
     O       0.788507      2.480728      -0.936854 26816 
     H       2.343545      1.205816      -1.063893 26817 
     H      -0.604424     -1.181111       0.356434 26818 
     O       0.249455     -0.997782      -1.501223 26819 
     O       0.912122     -2.082304      -1.234009 26820 
     H       1.475090     -2.125332       0.858640 26821 
     H      -1.312272      1.417638      -1.040968 26822 
     H      -1.995059     -0.125600      -1.608229 26823 
Rotational constants (GHz):    1.0468000    0.7903300    0.6742400 26824 
Vibrational harmonic frequencies (cm-1): 26825 
       40.8465                   50.8520                   69.4770             26826 
      101.3341                  110.0677                  160.9221             26827 
      181.2603                  194.4715                  200.5893             26828 
      215.8919                  232.1076                  265.6609             26829 
      309.4858                  342.7920                  381.3841             26830 
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      406.6180                  462.4294                  492.9720             26831 
      512.4067                  532.9731                  611.0867             26832 
      663.0201                  778.9180                  913.1000             26833 
      918.7019                  968.2519                  985.3556             26834 
     1035.6940                 1057.5460                 1071.6857             26835 
     1123.2877                 1131.6865                 1183.0172             26836 
     1209.6984                 1253.5064                 1290.5485             26837 
     1304.4494                 1342.9677                 1362.7858             26838 
     1401.0723                 1417.2084                 1419.0458             26839 
     1444.4536                 1446.9540                 1484.0541             26840 
     1486.1353                 1499.3419                 1866.1997             26841 
     3002.6541                 3078.3792                 3082.2902             26842 
     3135.0531                 3151.8395                 3162.7152             26843 
     3171.2259                 3742.2936                 3845.6055             26844 
Zero-point correction (Hartree): 0.155613 26845 
 26846 
diHPCARP_Ib.mtpmptppd 26847 
--------------------- 26848 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18083228  26849 
Electronic state : 2-A 26850 
Cartesian coordinates (Angs): 26851 
     O       2.607163     -0.819595      -0.685161 26852 
     O       1.669983     -1.040347       0.354502 26853 
     C       0.364430     -0.691302      -0.092680 26854 
     C       0.331641      0.795753      -0.491999 26855 
     C      -1.031104      1.356955      -0.853002 26856 
     O      -2.008430      1.103190       0.136991 26857 
     O      -2.925805      0.140387      -0.360535 26858 
     H      -2.726069     -0.631317       0.197255 26859 
     C      -0.098872     -1.576904      -1.230746 26860 
     H       0.013199     -2.617751      -0.935664 26861 
     H       0.509472     -1.391385      -2.113841 26862 
     H      -1.145650     -1.393759      -1.462915 26863 
     C      -0.432669     -0.929848       1.197551 26864 
     O      -1.434308     -1.589193       1.239550 26865 
     H       0.006469     -0.482283       2.101921 26866 
     H       1.019332      0.945218      -1.324893 26867 
     O       0.825474      1.598869       0.609509 26868 
     O       2.121362      1.659078       0.644820 26869 
     H       2.983618      0.029934      -0.405005 26870 
     H      -0.939861      2.440685      -0.941956 26871 
     H      -1.364585      0.953620      -1.807054 26872 
Rotational constants (GHz):    1.3224900    0.8092100    0.6491800 26873 
Vibrational harmonic frequencies (cm-1): 26874 
       65.2519                   87.3108                  114.1111             26875 
      163.5719                  173.0559                  184.5486             26876 
      203.2965                  209.7887                  231.2560             26877 
      245.6380                  285.1464                  300.9920             26878 
      320.8998                  383.8795                  432.5337             26879 
      451.7497                  473.8916                  501.8543             26880 
      517.4268                  560.6272                  648.9009             26881 
      683.9113                  795.7795                  882.3005             26882 
      912.2391                  932.9019                  983.4132             26883 
     1016.2716                 1043.4797                 1055.4234             26884 
     1116.4953                 1145.0502                 1169.7233             26885 
     1214.7601                 1251.8621                 1296.4108             26886 
     1310.8555                 1355.3766                 1366.7495             26887 
     1403.3290                 1405.3083                 1423.9562             26888 
     1446.2568                 1467.4564                 1474.9113             26889 
     1495.9542                 1498.2528                 1855.2608             26890 
     3034.0150                 3084.6367                 3087.5434             26891 
     3112.2898                 3146.6207                 3167.8315             26892 
     3173.7990                 3683.9623                 3737.4770             26893 
Zero-point correction (Hartree): 0.156710 26894 
 26895 
diHPCARP_Ib.mttpmtppd 26896 
--------------------- 26897 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18019022  26898 
Electronic state : 2-A 26899 
Cartesian coordinates (Angs): 26900 
     O       1.682346     -1.755907       1.049316 26901 
     O       1.987085     -0.714773       0.139715 26902 
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     C       1.038030      0.330504       0.280852 26903 
     C      -0.368596     -0.180119      -0.072456 26904 
     C      -1.447732      0.880859      -0.173581 26905 
     O      -2.729421      0.300543      -0.231267 26906 
     O      -2.989986     -0.208880       1.078383 26907 
     H      -3.459679     -1.023431       0.864004 26908 
     C       1.062353      0.935841       1.678652 26909 
     H       2.098468      1.069353       1.984493 26910 
     H       0.571511      0.272586       2.388108 26911 
     H       0.568186      1.904569       1.678477 26912 
     C       1.514377      1.351906      -0.750542 26913 
     O       0.983544      2.417784      -0.880154 26914 
     H       2.378336      1.043279      -1.362190 26915 
     H      -0.658041     -0.934109       0.657653 26916 
     O      -0.325346     -0.829864      -1.365938 26917 
     O       0.046650     -2.070223      -1.291547 26918 
     H       1.214858     -2.372716       0.463588 26919 
     H      -1.389444      1.576566       0.662994 26920 
     H      -1.353781      1.440519      -1.102738 26921 
Rotational constants (GHz):    1.0992000    0.7626200    0.6385600 26922 
Vibrational harmonic frequencies (cm-1): 26923 
       40.6244                   62.1462                   83.8235             26924 
      108.9352                  154.5141                  163.3680             26925 
      175.6366                  185.4033                  193.2816             26926 
      220.8641                  246.7873                  258.4429             26927 
      297.3524                  327.5172                  366.2697             26928 
      433.2453                  461.8200                  490.5021             26929 
      519.4510                  541.1193                  604.2137             26930 
      664.7106                  834.6216                  870.0704             26931 
      918.2682                  965.4451                  989.3833             26932 
     1002.9417                 1058.2935                 1081.6219             26933 
     1108.7330                 1146.0758                 1179.3849             26934 
     1201.1476                 1260.6901                 1291.3537             26935 
     1304.7306                 1330.2297                 1371.6599             26936 
     1396.9649                 1413.3296                 1416.7775             26937 
     1431.9407                 1450.0691                 1460.1604             26938 
     1490.8565                 1502.7734                 1867.3917             26939 
     3003.2393                 3081.5327                 3100.7824             26940 
     3134.6149                 3159.3186                 3161.1372             26941 
     3172.5553                 3732.8987                 3841.7435             26942 
Zero-point correction (Hartree): 0.155673 26943 
 26944 
diHPCARP_Ib.mttpptppd 26945 
--------------------- 26946 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18041897  26947 
Electronic state : 2-A 26948 
Cartesian coordinates (Angs): 26949 
     O       1.736881     -1.670843       1.101544 26950 
     O       2.012777     -0.630252       0.182362 26951 
     C       1.011622      0.368931       0.285570 26952 
     C      -0.361132     -0.212163      -0.093989 26953 
     C      -1.481011      0.800432      -0.249488 26954 
     O      -2.736283      0.157554      -0.259364 26955 
     O      -2.946176     -0.353657       1.054274 26956 
     H      -3.738806      0.128714       1.318246 26957 
     C       0.972611      0.991433       1.675828 26958 
     H       1.993557      1.172726       2.007038 26959 
     H       0.491982      0.315378       2.380167 26960 
     H       0.438290      1.938253       1.650898 26961 
     C       1.461199      1.399496      -0.747954 26962 
     O       0.879643      2.435044      -0.905819 26963 
     H       2.354475      1.127958      -1.334460 26964 
     H      -0.640021     -0.963066       0.643720 26965 
     O      -0.255789     -0.883563      -1.372254 26966 
     O       0.188606     -2.097463      -1.266485 26967 
     H       1.299150     -2.312398       0.518731 26968 
     H      -1.442385      1.551609       0.538237 26969 
     H      -1.413244      1.297494      -1.216438 26970 
Rotational constants (GHz):    1.0952800    0.7642100    0.6426900 26971 
Vibrational harmonic frequencies (cm-1): 26972 
       53.9684                   62.9053                   89.0954             26973 
      113.6716                  157.5590                  168.4070             26974 
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      187.8414                  194.2113                  198.4763             26975 
      221.8731                  252.6122                  261.7265             26976 
      300.3454                  329.6166                  372.3220             26977 
      445.0602                  462.3244                  510.0249             26978 
      531.6904                  545.7451                  606.5537             26979 
      666.0582                  836.8403                  872.8731             26980 
      920.2786                  966.0209                  989.1138             26981 
     1004.5094                 1058.5633                 1084.4254             26982 
     1101.8138                 1153.3587                 1180.5166             26983 
     1201.4047                 1260.5735                 1296.7717             26984 
     1308.9769                 1335.4392                 1373.4422             26985 
     1393.6944                 1399.8691                 1417.2794             26986 
     1431.6391                 1453.1366                 1460.4195             26987 
     1491.6340                 1503.1166                 1865.8334             26988 
     3005.8366                 3081.8884                 3100.7417             26989 
     3133.0047                 3157.3871                 3161.2360             26990 
     3172.4196                 3729.2718                 3830.7588             26991 
Zero-point correction (Hartree): 0.155977 26992 
 26993 
diHPCARP_Ib.pmmmptmmd 26994 
--------------------- 26995 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18315940  26996 
Electronic state : 2-A 26997 
Cartesian coordinates (Angs): 26998 
     O      -1.154557      0.101207       1.930651 26999 
     O      -1.445080      0.957502       0.836855 27000 
     C      -0.405624      0.889759      -0.116638 27001 
     C      -0.172835     -0.513886      -0.721337 27002 
     C       0.518097     -1.581030       0.132533 27003 
     O       1.722865     -1.107653       0.678080 27004 
     O       2.659759     -0.999559      -0.384162 27005 
     H       2.769702     -0.035673      -0.451638 27006 
     C      -0.855747      1.855773      -1.210613 27007 
     H      -1.087345      2.823711      -0.770778 27008 
     H      -1.745922      1.468049      -1.701092 27009 
     H      -0.054332      1.978602      -1.935112 27010 
     C       0.890080      1.414970       0.497054 27011 
     O       1.858517      1.670395      -0.170738 27012 
     H       0.855457      1.600200       1.581524 27013 
     H       0.420759     -0.364764      -1.623356 27014 
     O      -1.418868     -1.041423      -1.221582 27015 
     O      -2.209641     -1.441411      -0.269143 27016 
     H      -1.728557     -0.650468       1.717535 27017 
     H      -0.082558     -1.868274       0.988009 27018 
     H       0.705011     -2.457378      -0.490768 27019 
Rotational constants (GHz):    1.1742700    0.8850700    0.7198200 27020 
Vibrational harmonic frequencies (cm-1): 27021 
       60.9275                  113.8295                  139.7592             27022 
      158.1366                  161.6904                  202.4503             27023 
      209.6896                  232.7462                  250.4618             27024 
      270.3555                  282.9650                  295.2098             27025 
      302.8420                  340.9262                  428.7026             27026 
      446.1331                  470.8832                  496.0499             27027 
      524.7189                  564.0777                  631.2466             27028 
      691.6852                  774.8174                  924.0725             27029 
      951.1282                  964.4429                  978.9403             27030 
     1005.4801                 1049.1713                 1060.8470             27031 
     1114.5083                 1142.4388                 1187.6208             27032 
     1226.8812                 1241.0997                 1255.7760             27033 
     1295.5990                 1359.9161                 1381.0818             27034 
     1401.4767                 1409.0165                 1416.1570             27035 
     1432.8173                 1469.0766                 1486.1274             27036 
     1491.6045                 1505.2773                 1833.5013             27037 
     3032.1255                 3084.9020                 3086.5414             27038 
     3119.6110                 3165.8910                 3175.8116             27039 
     3194.6460                 3701.8603                 3752.4277             27040 
Zero-point correction (Hartree): 0.157076 27041 
 27042 
diHPCARP_Ib.pmmmptmpd 27043 
--------------------- 27044 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17985984  27045 
Electronic state : 2-A 27046 
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Cartesian coordinates (Angs): 27047 
     O      -0.329862      0.583267       2.111552 27048 
     O      -1.291586      0.808800       1.075687 27049 
     C      -0.615282      0.763839      -0.164077 27050 
     C      -0.173203     -0.638429      -0.607378 27051 
     C       0.666375     -1.438755       0.383769 27052 
     O       1.865586     -0.767755       0.687866 27053 
     O       2.701654     -0.835827      -0.459766 27054 
     H       2.629032      0.067621      -0.806687 27055 
     C      -1.626263      1.353107      -1.150655 27056 
     H      -1.811801      2.399885      -0.915049 27057 
     H      -2.561692      0.803225      -1.076660 27058 
     H      -1.239719      1.274283      -2.164626 27059 
     C       0.565283      1.724522      -0.135977 27060 
     O       1.473488      1.693841      -0.920438 27061 
     H       0.474164      2.525707       0.616800 27062 
     H       0.389434     -0.513652      -1.532800 27063 
     O      -1.316534     -1.414888      -1.014750 27064 
     O      -1.997146     -1.862505       0.001883 27065 
     H      -0.652353      1.193039       2.785941 27066 
     H       0.148288     -1.556583       1.329971 27067 
     H       0.878388     -2.418699      -0.047256 27068 
Rotational constants (GHz):    1.0963400    0.8914000    0.7412600 27069 
Vibrational harmonic frequencies (cm-1): 27070 
       46.1729                   83.8493                  104.0987             27071 
      132.9629                  146.2856                  174.1280             27072 
      189.5755                  213.7994                  232.2228             27073 
      240.6377                  266.0643                  285.3808             27074 
      300.9309                  309.2263                  343.0692             27075 
      434.1689                  467.8260                  469.6695             27076 
      538.5768                  572.5038                  619.1046             27077 
      681.1982                  777.4169                  933.3010             27078 
      954.8365                  964.9485                  973.1534             27079 
     1016.3096                 1042.7135                 1054.4630             27080 
     1120.0582                 1133.0307                 1192.3071             27081 
     1219.9626                 1242.0912                 1254.4724             27082 
     1290.4792                 1360.5889                 1388.6092             27083 
     1398.6506                 1411.9699                 1418.4214             27084 
     1422.6024                 1457.3323                 1486.5551             27085 
     1494.7194                 1505.0722                 1852.0082             27086 
     3003.4229                 3079.8953                 3086.5900             27087 
     3122.9507                 3159.8035                 3172.8282             27088 
     3187.9753                 3741.6924                 3839.5277             27089 
Zero-point correction (Hartree): 0.156310 27090 
 27091 
diHPCARP_Ib.pmmmptppd 27092 
--------------------- 27093 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18080426  27094 
Electronic state : 2-A 27095 
Cartesian coordinates (Angs): 27096 
     O      -0.401504      1.570304      -1.715037 27097 
     O       0.845274      1.415090      -1.029539 27098 
     C       0.603849      0.725527       0.184387 27099 
     C       0.332939     -0.772864      -0.004384 27100 
     C      -0.793465     -1.136032      -0.967137 27101 
     O      -2.019671     -0.572658      -0.569921 27102 
     O      -2.460507     -1.280680       0.580637 27103 
     H      -2.245644     -0.653705       1.290383 27104 
     C       1.876833      0.961491       0.999527 27105 
     H       1.972347      2.019575       1.239236 27106 
     H       2.741920      0.652873       0.416524 27107 
     H       1.839653      0.379575       1.917662 27108 
     C      -0.519747      1.403646       0.951732 27109 
     O      -1.133745      0.881289       1.841072 27110 
     H      -0.666475      2.465692       0.691209 27111 
     H       0.152080     -1.212947       0.975278 27112 
     O       1.512733     -1.398900      -0.547201 27113 
     O       2.283513     -1.898142       0.373000 27114 
     H      -0.333832      2.488616      -2.002946 27115 
     H      -0.594977     -0.738208      -1.959858 27116 
     H      -0.876272     -2.222495      -1.016328 27117 
Rotational constants (GHz):    1.0539700    0.8633000    0.7326400 27118 
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Vibrational harmonic frequencies (cm-1): 27119 
       59.4352                   83.9785                   98.8226             27120 
      125.4969                  167.3044                  184.6021             27121 
      198.0327                  213.8146                  232.3081             27122 
      250.5191                  280.7833                  281.2092             27123 
      288.6396                  324.5573                  366.4401             27124 
      407.9677                  479.4361                  493.4437             27125 
      535.6404                  543.0885                  626.2116             27126 
      655.0089                  759.7602                  930.7941             27127 
      954.3144                  964.0772                  972.6419             27128 
     1033.4824                 1042.8747                 1056.8193             27129 
     1121.9252                 1134.6509                 1192.2864             27130 
     1225.9959                 1251.7970                 1283.6216             27131 
     1292.5929                 1337.1186                 1383.7914             27132 
     1397.2561                 1411.5195                 1413.0580             27133 
     1416.6562                 1460.1801                 1482.5767             27134 
     1490.8714                 1504.8312                 1853.1500             27135 
     2997.4058                 3079.4611                 3087.4249             27136 
     3129.1143                 3158.7314                 3162.3090             27137 
     3174.3392                 3723.5686                 3834.2552             27138 
Zero-point correction (Hartree): 0.156310 27139 
 27140 
diHPCARP_Ib.pmmmpttpd 27141 
--------------------- 27142 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18052666  27143 
Electronic state : 2-A 27144 
Cartesian coordinates (Angs): 27145 
     O      -0.082216     -1.423912       1.875273 27146 
     O       1.075180     -1.309905       1.041065 27147 
     C       0.667687     -0.785462      -0.210518 27148 
     C       0.342289      0.708176      -0.178687 27149 
     C      -0.685994      1.160181       0.854106 27150 
     O      -1.925341      0.520417       0.672898 27151 
     O      -2.519563      1.062903      -0.498480 27152 
     H      -2.361794      0.354235      -1.142915 27153 
     C       1.855368     -1.066961      -1.134555 27154 
     H       1.981978     -2.140557      -1.265757 27155 
     H       2.759891     -0.654328      -0.694501 27156 
     H       1.680865     -0.603407      -2.103504 27157 
     C      -0.495536     -1.598472      -0.756714 27158 
     O      -1.235548     -1.213634      -1.619430 27159 
     H      -0.548929     -2.627360      -0.361979 27160 
     H       0.025327      1.012640      -1.176113 27161 
     O       1.578808      1.394877       0.110375 27162 
     O       1.540356      2.633089      -0.281426 27163 
     H       0.066491     -2.292085       2.269036 27164 
     H      -0.361161      0.893189       1.857377 27165 
     H      -0.798947      2.242226       0.774365 27166 
Rotational constants (GHz):    0.9704000    0.9315400    0.7157400 27167 
Vibrational harmonic frequencies (cm-1): 27168 
       58.8011                   82.5740                   91.9681             27169 
      123.3291                  165.6716                  184.5255             27170 
      198.8836                  217.0460                  222.8174             27171 
      239.1460                  267.7084                  281.7471             27172 
      291.3922                  328.1323                  353.0539             27173 
      433.5280                  453.4258                  477.1759             27174 
      539.8767                  558.7843                  609.5148             27175 
      646.6440                  787.4813                  932.3615             27176 
      956.0137                  964.2484                  974.3299             27177 
     1029.5993                 1051.1638                 1070.8324             27178 
     1106.6871                 1133.6331                 1182.9556             27179 
     1231.3117                 1257.6627                 1284.7357             27180 
     1293.6785                 1334.5107                 1389.2962             27181 
     1396.8413                 1408.5973                 1412.7301             27182 
     1418.1908                 1459.8115                 1487.3025             27183 
     1490.6018                 1503.6035                 1855.6093             27184 
     2999.5753                 3079.4529                 3089.5501             27185 
     3119.7498                 3159.0324                 3163.1995             27186 
     3173.8968                 3730.3295                 3834.1286             27187 
Zero-point correction (Hartree): 0.156256 27188 
 27189 
diHPCARP_Ib.pmppmtmmd 27190 
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--------------------- 27191 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18145724  27192 
Electronic state : 2-A 27193 
Cartesian coordinates (Angs): 27194 
     O      -0.491170     -1.624126      -1.379441 27195 
     O      -0.625289     -0.211834      -1.483130 27196 
     C      -1.052865      0.296871      -0.236179 27197 
     C       0.033900      0.451374       0.840532 27198 
     C       0.947525     -0.734250       1.123068 27199 
     O       1.720201     -1.220136       0.041810 27200 
     O       2.955365     -0.533963      -0.020538 27201 
     H       2.733325      0.228685      -0.576829 27202 
     C      -1.698587      1.640584      -0.569103 27203 
     H      -2.595148      1.475004      -1.163974 27204 
     H      -1.004075      2.244572      -1.148932 27205 
     H      -1.960581      2.172312       0.343998 27206 
     C      -2.160370     -0.615890       0.290406 27207 
     O      -2.349131     -0.840126       1.451370 27208 
     H      -2.809856     -1.014819      -0.506815 27209 
     H      -0.498112      0.637212       1.775082 27210 
     O       0.772715      1.682764       0.656315 27211 
     O       1.432644      1.721669      -0.459825 27212 
     H       0.466241     -1.714109      -1.234487 27213 
     H       1.619147     -0.487974       1.945059 27214 
     H       0.308767     -1.567003       1.422059 27215 
Rotational constants (GHz):    1.2840100    0.8075500    0.7075300 27216 
Vibrational harmonic frequencies (cm-1): 27217 
       52.6672                   67.0695                  104.0344             27218 
      116.5237                  170.9434                  205.1143             27219 
      222.9768                  233.5826                  237.1234             27220 
      259.3790                  289.2394                  307.5532             27221 
      315.0918                  358.9528                  444.8966             27222 
      449.8272                  486.4638                  518.3783             27223 
      578.5439                  617.6760                  627.3375             27224 
      684.2163                  832.8930                  911.0499             27225 
      940.7667                  957.7846                  968.7581             27226 
      993.4735                 1040.8913                 1055.9313             27227 
     1086.5329                 1139.7273                 1177.4113             27228 
     1226.3309                 1253.0879                 1270.6213             27229 
     1330.2905                 1363.2978                 1398.0529             27230 
     1400.7286                 1407.7279                 1415.4153             27231 
     1441.8872                 1452.0273                 1461.1361             27232 
     1484.2590                 1508.4268                 1865.1134             27233 
     3006.8723                 3078.3934                 3084.1126             27234 
     3108.0646                 3139.2560                 3159.3039             27235 
     3166.9652                 3677.3696                 3747.6109             27236 
Zero-point correction (Hartree): 0.156964 27237 
 27238 
diHPCARP_Ib.pmppmtpmd 27239 
--------------------- 27240 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18187625  27241 
Electronic state : 2-A 27242 
Cartesian coordinates (Angs): 27243 
     O      -0.516467     -1.969224      -1.043374 27244 
     O      -0.690791     -0.612097      -1.434572 27245 
     C      -1.038718      0.152443      -0.295178 27246 
     C       0.148823      0.536811       0.600224 27247 
     C       1.027347     -0.592437       1.121037 27248 
     O       1.777777     -1.244406       0.108956 27249 
     O       2.993111     -0.551327      -0.106313 27250 
     H       2.733046      0.155697      -0.714716 27251 
     C      -1.734120      1.387612      -0.861443 27252 
     H      -2.654161      1.087450      -1.360280 27253 
     H      -1.086447      1.871181      -1.590097 27254 
     H      -1.960621      2.094397      -0.065732 27255 
     C      -2.073270     -0.619626       0.515784 27256 
     O      -2.139929     -0.583858       1.711231 27257 
     H      -2.791630     -1.182379      -0.104468 27258 
     H      -0.245792      1.089315       1.452061 27259 
     O       1.017018      1.434501      -0.131542 27260 
     O       0.741599      2.687742       0.075066 27261 
     H       0.451094     -2.027718      -0.974636 27262 
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     H       1.720013     -0.209630       1.869053 27263 
     H       0.395594     -1.357782       1.570646 27264 
Rotational constants (GHz):    1.1255700    0.8514800    0.6702400 27265 
Vibrational harmonic frequencies (cm-1): 27266 
       56.1031                   70.6178                  100.1744             27267 
      117.1043                  147.9677                  175.8741             27268 
      199.6806                  237.7265                  245.0648             27269 
      268.8593                  286.4444                  310.8748             27270 
      317.5302                  352.8847                  370.4924             27271 
      430.6593                  496.4182                  505.9951             27272 
      555.7816                  602.8006                  646.0658             27273 
      668.4012                  822.3203                  896.4145             27274 
      935.6958                  956.8752                  977.8468             27275 
     1011.1581                 1035.6635                 1055.5415             27276 
     1103.8734                 1132.5193                 1173.7292             27277 
     1238.1311                 1252.6548                 1289.6040             27278 
     1313.7362                 1345.2424                 1372.1154             27279 
     1397.0293                 1404.2247                 1414.4677             27280 
     1442.9365                 1453.0391                 1471.6361             27281 
     1482.9478                 1504.0443                 1863.5671             27282 
     2998.7448                 3078.6419                 3096.7702             27283 
     3127.4641                 3153.6036                 3158.1513             27284 
     3167.8573                 3707.9393                 3779.0983             27285 
Zero-point correction (Hartree): 0.156690 27286 
 27287 
diHPCARP_Ib.pmppmttmd 27288 
--------------------- 27289 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18223384  27290 
Electronic state : 2-A 27291 
Cartesian coordinates (Angs): 27292 
     O       1.139271      1.928462      -0.637654 27293 
     O       0.740042      0.709974      -1.256914 27294 
     C       0.933132     -0.377094      -0.354530 27295 
     C      -0.310182     -0.704241       0.477189 27296 
     C      -0.981770      0.420913       1.250020 27297 
     O      -1.210501      1.616022       0.526784 27298 
     O      -2.135304      1.364197      -0.516877 27299 
     H      -1.557471      1.078006      -1.243356 27300 
     C       1.333437     -1.562720      -1.231980 27301 
     H       2.313569     -1.377058      -1.668030 27302 
     H       0.611154     -1.685513      -2.035172 27303 
     H       1.364340     -2.477245      -0.641618 27304 
     C       2.121355     -0.070409       0.551895 27305 
     O       2.140231     -0.327562       1.721200 27306 
     H       2.989316      0.352966       0.021947 27307 
     H      -0.038004     -1.468910       1.205842 27308 
     O      -1.253581     -1.318340      -0.440133 27309 
     O      -2.209213     -1.926520       0.189741 27310 
     H       0.310118      2.202275      -0.200877 27311 
     H      -1.926686      0.046942       1.645331 27312 
     H      -0.329727      0.719976       2.071196 27313 
Rotational constants (GHz):    1.1481300    0.8744500    0.7105900 27314 
Vibrational harmonic frequencies (cm-1): 27315 
       51.2925                   70.4440                   99.9942             27316 
      116.8787                  159.6579                  192.9819             27317 
      220.4816                  224.8505                  264.6960             27318 
      273.2083                  301.3821                  316.4968             27319 
      344.1423                  382.2060                  397.3779             27320 
      438.3152                  450.9949                  524.3816             27321 
      565.4295                  623.5596                  672.7510             27322 
      715.4933                  840.9829                  870.4810             27323 
      934.0251                  955.0379                  971.0884             27324 
      998.3602                 1047.0525                 1051.8581             27325 
     1096.5696                 1130.0312                 1167.2532             27326 
     1241.3174                 1248.7461                 1292.8700             27327 
     1311.7380                 1347.6969                 1370.0221             27328 
     1398.2538                 1408.2899                 1421.8802             27329 
     1449.5286                 1466.9908                 1480.9166             27330 
     1488.3407                 1502.2328                 1864.5906             27331 
     3014.9589                 3078.4454                 3088.4986             27332 
     3111.2509                 3145.8889                 3158.0047             27333 
     3170.0599                 3584.2753                 3732.1200             27334 
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Zero-point correction (Hartree): 0.156844 27335 
 27336 
diHPCARP_Ib.pmpppttmd 27337 
--------------------- 27338 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17957537  27339 
Electronic state : 2-A 27340 
Cartesian coordinates (Angs): 27341 
     O      -0.878343     -1.991081      -0.733398 27342 
     O      -0.866560     -0.705327      -1.342149 27343 
     C      -1.067814      0.275463      -0.342307 27344 
     C       0.182133      0.664970       0.452651 27345 
     C       0.979856     -0.422512       1.154993 27346 
     O       1.513342     -1.444234       0.330254 27347 
     O       2.575451     -0.903146      -0.441655 27348 
     H       3.342360     -1.330710      -0.039100 27349 
     C      -1.629487      1.482476      -1.093413 27350 
     H      -2.613283      1.239184      -1.491265 27351 
     H      -0.968997      1.733236      -1.919893 27352 
     H      -1.708519      2.339482      -0.426698 27353 
     C      -2.158954     -0.218215       0.601643 27354 
     O      -2.172054     -0.002808       1.780088 27355 
     H      -2.972214     -0.756834       0.086529 27356 
     H      -0.143975      1.348662       1.238969 27357 
     O       1.028882      1.426684      -0.439851 27358 
     O       1.930397      2.090148       0.213198 27359 
     H       0.071133     -2.136809      -0.579134 27360 
     H       1.791357      0.050984       1.708028 27361 
     H       0.318813     -0.942164       1.849267 27362 
Rotational constants (GHz):    1.1916700    0.8191500    0.6806400 27363 
Vibrational harmonic frequencies (cm-1): 27364 
       46.7030                   58.7615                   91.4795             27365 
      114.0381                  159.6445                  166.1316             27366 
      196.2229                  218.2330                  222.5696             27367 
      248.9680                  265.9626                  286.7204             27368 
      313.9294                  320.3221                  362.4770             27369 
      415.3382                  458.8596                  534.5212             27370 
      562.7453                  622.9604                  625.1157             27371 
      709.3895                  832.5857                  871.3031             27372 
      937.1444                  960.5687                  971.3396             27373 
     1001.9911                 1053.1662                 1056.2778             27374 
     1099.7548                 1134.2026                 1173.1730             27375 
     1242.9453                 1262.1586                 1293.9189             27376 
     1320.2116                 1355.1976                 1378.3353             27377 
     1398.7852                 1404.5368                 1414.3941             27378 
     1430.0572                 1460.1075                 1468.5174             27379 
     1487.1691                 1502.7558                 1864.2185             27380 
     3002.4866                 3078.4235                 3086.4855             27381 
     3098.9404                 3145.5627                 3158.1804             27382 
     3169.5981                 3667.6386                 3812.2595             27383 
Zero-point correction (Hartree): 0.156272 27384 
 27385 
diHPCARP_Ib.pmptmtpmd 27386 
--------------------- 27387 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18021269  27388 
Electronic state : 2-A 27389 
Cartesian coordinates (Angs): 27390 
     O       0.507023     -1.893089      -1.021812 27391 
     O      -0.416772     -0.884762      -1.415624 27392 
     C      -1.020828     -0.342938      -0.257527 27393 
     C      -0.172349      0.691638       0.497726 27394 
     C       1.239145      0.305593       0.894836 27395 
     O       2.037180      0.190248      -0.274277 27396 
     O       3.335069     -0.191683       0.161528 27397 
     H       3.859549      0.573974      -0.105347 27398 
     C      -2.325509      0.273703      -0.754841 27399 
     H      -2.971642     -0.512375      -1.141817 27400 
     H      -2.112379      0.977524      -1.556921 27401 
     H      -2.828710      0.800969       0.053085 27402 
     C      -1.388022     -1.491685       0.677261 27403 
     O      -1.368996     -1.411834       1.872162 27404 
     H      -1.723185     -2.398839       0.146265 27405 
     H      -0.708928      0.931601       1.414977 27406 
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     O      -0.073931      1.910422      -0.271377 27407 
     O      -0.985720      2.775083       0.061084 27408 
     H       1.339903     -1.391351      -1.018300 27409 
     H       1.656832      1.086396       1.531963 27410 
     H       1.223115     -0.640843       1.437899 27411 
Rotational constants (GHz):    1.0589800    0.8328400    0.6356300 27412 
Vibrational harmonic frequencies (cm-1): 27413 
       51.6325                   73.7656                   95.4306             27414 
      106.7541                  132.8080                  165.3692             27415 
      184.6498                  220.7394                  233.4096             27416 
      264.8324                  276.2715                  292.4656             27417 
      301.7052                  329.7407                  357.0229             27418 
      376.3914                  439.6521                  512.6603             27419 
      556.9523                  594.4153                  648.4042             27420 
      692.8246                  809.4061                  926.6935             27421 
      936.1177                  961.5723                  989.2753             27422 
     1034.3216                 1053.5425                 1061.9185             27423 
     1105.6993                 1134.7251                 1180.1972             27424 
     1236.4142                 1248.2611                 1279.4033             27425 
     1297.5934                 1348.8334                 1376.1309             27426 
     1400.9190                 1405.8318                 1413.5063             27427 
     1421.1671                 1453.9254                 1480.8269             27428 
     1505.4969                 1515.7837                 1864.4338             27429 
     3001.5411                 3073.4991                 3079.1324             27430 
     3124.4820                 3127.8693                 3159.5704             27431 
     3168.1428                 3687.6830                 3821.9697             27432 
Zero-point correction (Hartree): 0.156268 27433 
 27434 
diHPCARP_Ib.pmptmttmd 27435 
--------------------- 27436 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18107084  27437 
Electronic state : 2-A 27438 
Cartesian coordinates (Angs): 27439 
     O      -0.306701     -1.987707      -0.917255 27440 
     O      -0.830368     -0.747718      -1.378775 27441 
     C      -1.182343      0.040899      -0.258993 27442 
     C      -0.014266      0.752262       0.428894 27443 
     C       1.183527     -0.070990       0.861444 27444 
     O       1.867382     -0.529513      -0.296468 27445 
     O       2.991172     -1.267368       0.160978 27446 
     H       3.721096     -0.703619      -0.125852 27447 
     C      -2.194604      1.050598      -0.798313 27448 
     H      -3.097997      0.529782      -1.111185 27449 
     H      -1.771226      1.565899      -1.657047 27450 
     H      -2.444456      1.780295      -0.030007 27451 
     C      -1.916000     -0.844957       0.743193 27452 
     O      -1.855719     -0.700981       1.930537 27453 
     H      -2.555427     -1.607329       0.266715 27454 
     H      -0.411152      1.223510       1.328879 27455 
     O       0.420626      1.811884      -0.458319 27456 
     O       1.207033      2.646608       0.146378 27457 
     H       0.648870     -1.805679      -0.936283 27458 
     H       1.853469      0.562900       1.441705 27459 
     H       0.851551     -0.914265       1.469114 27460 
Rotational constants (GHz):    1.0892700    0.8165900    0.6390700 27461 
Vibrational harmonic frequencies (cm-1): 27462 
       52.0245                   58.7595                   89.8758             27463 
      106.4004                  154.7319                  161.5726             27464 
      190.9983                  222.9701                  230.6237             27465 
      257.8351                  260.9485                  283.3439             27466 
      301.0547                  328.9510                  354.8671             27467 
      357.4621                  453.4556                  532.0953             27468 
      558.9094                  612.1214                  619.9873             27469 
      721.0268                  804.4699                  919.3986             27470 
      935.8089                  963.4043                  989.4588             27471 
     1040.7556                 1055.1154                 1064.4509             27472 
     1090.8112                 1131.7185                 1178.0062             27473 
     1239.5112                 1254.4545                 1282.1795             27474 
     1296.4305                 1349.8513                 1383.1504             27475 
     1399.9980                 1405.5135                 1415.3753             27476 
     1416.4292                 1460.4071                 1487.1420             27477 
     1502.9480                 1514.9987                 1865.8880             27478 



395 
 

     3000.4604                 3078.5111                 3082.7934             27479 
     3110.2485                 3137.1235                 3158.1300             27480 
     3169.7847                 3674.2419                 3817.4441             27481 
Zero-point correction (Hartree): 0.156251 27482 
 27483 
diHPCARP_Ib.pmtpmtmmd 27484 
--------------------- 27485 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17934097  27486 
Electronic state : 2-A 27487 
Cartesian coordinates (Angs): 27488 
     O       1.435814     -0.781560      -1.705131 27489 
     O       1.953873     -0.570363      -0.400263 27490 
     C       1.113503      0.338044       0.274637 27491 
     C      -0.338703     -0.150471       0.444743 27492 
     C      -1.259091     -0.149646      -0.767102 27493 
     O      -2.604230     -0.296588      -0.374667 27494 
     O      -2.975772      0.938816       0.241974 27495 
     H      -3.615920      0.625802       0.891565 27496 
     C       1.786402      0.515291       1.635514 27497 
     H       2.816024      0.841413       1.498316 27498 
     H       1.786238     -0.433517       2.168319 27499 
     H       1.248389      1.263579       2.213630 27500 
     C       1.157083      1.687377      -0.433074 27501 
     O       0.352587      2.553541      -0.244639 27502 
     H       2.031577      1.816360      -1.096511 27503 
     H      -0.803363      0.481802       1.199911 27504 
     O      -0.318093     -1.462094       1.062489 27505 
     O       0.029286     -2.401548       0.236171 27506 
     H       1.008811     -1.643865      -1.582284 27507 
     H      -1.133502      0.769364      -1.338502 27508 
     H      -1.081137     -1.006134      -1.410215 27509 
Rotational constants (GHz):    1.1239500    0.8283800    0.6453100 27510 
Vibrational harmonic frequencies (cm-1): 27511 
       34.3750                   72.8794                   96.8304             27512 
      135.5393                  159.6923                  166.1535             27513 
      168.4903                  192.4210                  206.6138             27514 
      227.5889                  264.8160                  289.6317             27515 
      297.2667                  311.0620                  346.6219             27516 
      392.9300                  466.7323                  485.7636             27517 
      550.0086                  555.9964                  601.4965             27518 
      720.5078                  833.1136                  907.8422             27519 
      941.5821                  953.9058                  973.9638             27520 
      984.2290                 1047.1419                 1062.6897             27521 
     1102.0981                 1126.2490                 1179.6661             27522 
     1233.4714                 1253.4654                 1258.4906             27523 
     1313.6143                 1344.7651                 1387.9721             27524 
     1394.7992                 1406.8613                 1418.6276             27525 
     1428.1785                 1437.3883                 1460.6113             27526 
     1490.6275                 1504.0555                 1868.0519             27527 
     2980.9020                 3078.9522                 3113.0583             27528 
     3133.4611                 3159.9371                 3168.7352             27529 
     3183.7739                 3748.9845                 3846.3616             27530 
Zero-point correction (Hartree): 0.155989 27531 
 27532 
diHPCARP_Ib.pmtpmttmd 27533 
--------------------- 27534 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17860110  27535 
Electronic state : 2-A 27536 
Cartesian coordinates (Angs): 27537 
     O      -1.797938     -1.098554      -1.549807 27538 
     O      -1.790759      0.279129      -1.160043 27539 
     C      -1.193470      0.352960       0.123226 27540 
     C       0.330322      0.247959       0.124372 27541 
     C       0.928280     -0.949167      -0.600920 27542 
     O       2.334733     -0.903510      -0.609728 27543 
     O       2.794999     -0.961499       0.731263 27544 
     H       2.996782     -0.027737       0.894478 27545 
     C      -1.655202      1.702934       0.671050 27546 
     H      -2.734072      1.694475       0.816637 27547 
     H      -1.399357      2.490110      -0.034263 27548 
     H      -1.162782      1.899790       1.621565 27549 
     C      -1.808877     -0.719391       1.018409 27550 



396 
 

     O      -1.230953     -1.229665       1.932457 27551 
     H      -2.864080     -0.941400       0.780359 27552 
     H       0.660431      0.240121       1.162059 27553 
     O       0.846184      1.454966      -0.480253 27554 
     O       1.999032      1.792051       0.014091 27555 
     H      -1.577907     -1.025272      -2.486389 27556 
     H       0.565435     -1.869340      -0.138309 27557 
     H       0.666850     -0.935861      -1.656798 27558 
Rotational constants (GHz):    1.2435700    0.7000300    0.6482200 27559 
Vibrational harmonic frequencies (cm-1): 27560 
       42.8191                   87.9576                   89.5213             27561 
      115.2878                  150.6979                  162.4440             27562 
      175.4614                  199.6656                  206.5868             27563 
      227.1668                  270.1352                  271.6510             27564 
      299.3269                  324.0274                  350.5662             27565 
      429.2985                  443.8454                  472.9555             27566 
      541.8156                  560.7692                  571.3682             27567 
      643.3404                  880.9807                  903.2359             27568 
      938.6041                  961.3883                  980.7998             27569 
      996.9478                 1048.8804                 1081.4914             27570 
     1096.4002                 1142.2762                 1176.4088             27571 
     1229.9315                 1257.5898                 1292.4657             27572 
     1304.1056                 1338.5925                 1370.9216             27573 
     1391.7181                 1407.3289                 1410.3018             27574 
     1414.9373                 1432.7435                 1460.7177             27575 
     1487.3818                 1503.3507                 1873.6483             27576 
     2991.8738                 3079.5053                 3079.9215             27577 
     3132.1173                 3159.4172                 3160.7692             27578 
     3170.2372                 3764.3491                 3836.2290             27579 
Zero-point correction (Hartree): 0.155814 27580 
 27581 
diHPCARP_Ib.pmtpptmmd 27582 
--------------------- 27583 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18051173  27584 
Electronic state : 2-A 27585 
Cartesian coordinates (Angs): 27586 
     O       1.445239     -0.657608      -1.731639 27587 
     O       1.979151     -0.422461      -0.437078 27588 
     C       1.080829      0.399211       0.273516 27589 
     C      -0.321834     -0.211127       0.459438 27590 
     C      -1.258657     -0.262012      -0.738773 27591 
     O      -2.598782     -0.418555      -0.317515 27592 
     O      -2.970743      0.751570       0.396406 27593 
     H      -3.440074      1.260678      -0.276708 27594 
     C       1.765144      0.607005       1.624314 27595 
     H       2.759092      1.025362       1.474429 27596 
     H       1.859843     -0.349777       2.133975 27597 
     H       1.176201      1.290548       2.232314 27598 
     C       1.004718      1.759913      -0.408585 27599 
     O       0.104174      2.532949      -0.249559 27600 
     H       1.889737      1.993419      -1.028436 27601 
     H      -0.824107      0.364496       1.235262 27602 
     O      -0.180119     -1.528097       1.049182 27603 
     O       0.232899     -2.418666       0.199794 27604 
     H       1.087375     -1.551276      -1.609029 27605 
     H      -1.150227      0.635767      -1.346124 27606 
     H      -1.073603     -1.140218      -1.351865 27607 
Rotational constants (GHz):    1.1202000    0.8399800    0.6511600 27608 
Vibrational harmonic frequencies (cm-1): 27609 
       45.2083                   73.2472                  100.8006             27610 
      136.7387                  163.0910                  173.8698             27611 
      185.0055                  203.8484                  224.4234             27612 
      229.8452                  270.4503                  289.7534             27613 
      300.1499                  312.3613                  352.2902             27614 
      395.7104                  480.5338                  504.7323             27615 
      554.3270                  559.0043                  601.0670             27616 
      720.3456                  840.9419                  907.3479             27617 
      938.3733                  954.4515                  973.1134             27618 
      984.0052                 1048.6484                 1062.6792             27619 
     1094.5137                 1136.0221                 1178.3995             27620 
     1232.5550                 1253.2244                 1262.2708             27621 
     1321.3118                 1345.3069                 1387.5155             27622 
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     1396.4755                 1402.0708                 1407.9597             27623 
     1428.7047                 1435.5004                 1463.7866             27624 
     1489.4431                 1503.9766                 1866.9166             27625 
     2979.6603                 3078.6412                 3109.3249             27626 
     3135.7436                 3159.2012                 3169.0503             27627 
     3173.6679                 3742.9287                 3810.6722             27628 
Zero-point correction (Hartree): 0.156171 27629 
 27630 
diHPCARP_Ib.ppmmmtmmd 27631 
--------------------- 27632 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18146117  27633 
Electronic state : 2-A 27634 
Cartesian coordinates (Angs): 27635 
     O       0.449296     -2.234624      -0.173820 27636 
     O      -0.207449     -1.381079      -1.104741 27637 
     C      -0.896814     -0.385377      -0.369308 27638 
     C       0.107233      0.545585       0.342635 27639 
     C       1.338834      0.870865      -0.497312 27640 
     O       2.303723     -0.166535      -0.418106 27641 
     O       2.803779     -0.192160       0.915808 27642 
     H       3.710947      0.112844       0.787956 27643 
     C      -1.778187      0.310953      -1.396319 27644 
     H      -2.407881     -0.435219      -1.878779 27645 
     H      -1.169260      0.797468      -2.156361 27646 
     H      -2.405713      1.058337      -0.917746 27647 
     C      -1.795995     -1.085242       0.644745 27648 
     O      -1.967659     -0.693437       1.760875 27649 
     H      -2.300224     -1.983742       0.244021 27650 
     H       0.413342      0.093728       1.284549 27651 
     O      -0.548789      1.763726       0.750343 27652 
     O      -0.573916      2.647128      -0.204545 27653 
     H       1.352843     -1.878021      -0.199726 27654 
     H       1.109549      0.938933      -1.558753 27655 
     H       1.774101      1.810821      -0.158316 27656 
Rotational constants (GHz):    1.0807800    0.8758100    0.6667500 27657 
Vibrational harmonic frequencies (cm-1): 27658 
       63.3480                   88.5944                  101.9611             27659 
      133.6111                  151.8851                  177.9831             27660 
      195.6862                  224.6438                  228.6955             27661 
      239.0554                  248.7769                  292.3016             27662 
      308.0991                  332.2352                  374.2132             27663 
      408.3243                  485.4116                  510.0464             27664 
      547.2297                  564.8969                  653.2924             27665 
      678.2715                  776.2619                  922.7195             27666 
      934.2642                  960.3298                  990.8130             27667 
     1001.6266                 1049.2376                 1056.8214             27668 
     1100.4051                 1134.0395                 1180.8467             27669 
     1234.8591                 1248.0317                 1260.2759             27670 
     1300.8577                 1353.2349                 1386.1774             27671 
     1398.4855                 1400.0440                 1411.2572             27672 
     1429.6864                 1436.5775                 1471.8320             27673 
     1488.8632                 1499.2985                 1877.9217             27674 
     2975.9933                 3080.5977                 3094.7186             27675 
     3138.5914                 3154.5706                 3161.7271             27676 
     3174.2754                 3713.9070                 3822.2756             27677 
Zero-point correction (Hartree): 0.156351 27678 
 27679 
diHPCARP_Ib.ppmmmttmd 27680 
--------------------- 27681 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18092344  27682 
Electronic state : 2-A 27683 
Cartesian coordinates (Angs): 27684 
     O      -0.005491     -2.220858      -0.537404 27685 
     O       0.520261     -1.661700       0.661036 27686 
     C       1.002840     -0.365753       0.357183 27687 
     C      -0.156009      0.574574      -0.007940 27688 
     C      -1.406788      0.366934       0.839526 27689 
     O      -2.184821     -0.727072       0.382814 27690 
     O      -2.706468     -0.383042      -0.896437 27691 
     H      -3.639647     -0.236522      -0.695574 27692 
     C       1.762698      0.063374       1.606092 27693 
     H       2.531729     -0.676159       1.823634 27694 
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     H       1.088985      0.117706       2.460327 27695 
     H       2.223973      1.035444       1.454543 27696 
     C       1.993797     -0.485439      -0.796088 27697 
     O       2.088889      0.319845      -1.674071 27698 
     H       2.641401     -1.379254      -0.732791 27699 
     H      -0.405989      0.494147      -1.064231 27700 
     O       0.316907      1.923231       0.212409 27701 
     O      -0.466745      2.799381      -0.336815 27702 
     H      -0.956207     -2.063451      -0.414767 27703 
     H      -1.162074      0.107034       1.869295 27704 
     H      -2.001661      1.280628       0.814667 27705 
Rotational constants (GHz):    1.0525900    0.8803700    0.6534600 27706 
Vibrational harmonic frequencies (cm-1): 27707 
       58.3451                   79.2816                   94.0960             27708 
      110.8973                  132.2702                  166.6781             27709 
      192.4081                  205.8157                  208.7194             27710 
      236.7871                  245.9374                  269.7415             27711 
      320.0001                  340.2922                  378.7286             27712 
      411.4640                  441.9842                  521.9956             27713 
      545.4084                  576.9887                  596.8213             27714 
      659.7497                  784.0993                  926.2958             27715 
      936.3750                  961.5251                  986.8256             27716 
     1039.3414                 1054.8904                 1057.8870             27717 
     1093.1633                 1126.0901                 1191.8692             27718 
     1237.2690                 1268.0211                 1285.0050             27719 
     1299.3919                 1332.4213                 1388.4208             27720 
     1396.9759                 1401.8257                 1409.7151             27721 
     1424.3133                 1435.0981                 1471.1792             27722 
     1493.4964                 1501.4434                 1878.8406             27723 
     2976.3752                 3078.7878                 3084.5662             27724 
     3136.5799                 3148.0689                 3151.4478             27725 
     3177.5110                 3718.1537                 3818.3012             27726 
Zero-point correction (Hartree): 0.155977 27727 
 27728 
diHPCARP_Ib.ppmmppmpd 27729 
--------------------- 27730 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18259468  27731 
Electronic state : 2-A 27732 
Cartesian coordinates (Angs): 27733 
     O       0.550529     -2.068859      -0.861088 27734 
     O       0.335929     -1.508505       0.428450 27735 
     C       0.605407     -0.112248       0.409900 27736 
     C      -0.367885      0.564292      -0.580050 27737 
     C      -1.768609      0.828465      -0.035207 27738 
     O      -2.324679     -0.307266       0.575358 27739 
     O      -2.459223     -1.311418      -0.420545 27740 
     H      -1.713484     -1.893561      -0.206979 27741 
     C       0.454972      0.323851       1.864234 27742 
     H       1.198870     -0.189427       2.471711 27743 
     H      -0.536062      0.057158       2.223125 27744 
     H       0.595922      1.399196       1.947647 27745 
     C       2.061629      0.133104       0.022844 27746 
     O       2.828620     -0.757491      -0.221110 27747 
     H       2.389373      1.185001       0.033491 27748 
     H      -0.419505     -0.065725      -1.464816 27749 
     O       0.167617      1.805511      -1.095600 27750 
     O       0.300846      2.713529      -0.174223 27751 
     H       1.511213     -2.208242      -0.845828 27752 
     H      -1.731954      1.582998       0.750273 27753 
     H      -2.404560      1.183797      -0.848887 27754 
Rotational constants (GHz):    1.1163300    0.9204000    0.6466300 27755 
Vibrational harmonic frequencies (cm-1): 27756 
       69.3178                   94.6598                  116.4405             27757 
      126.3681                  161.6659                  192.5168             27758 
      216.8372                  243.2422                  252.1782             27759 
      276.8785                  293.6833                  319.0529             27760 
      327.2495                  368.7653                  399.6955             27761 
      442.2769                  474.7257                  492.1872             27762 
      530.8540                  550.6485                  629.3692             27763 
      721.7252                  820.0568                  916.2393             27764 
      931.6691                  963.1935                  988.2591             27765 
     1013.6557                 1033.9982                 1048.0022             27766 
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     1108.7981                 1137.1011                 1184.5308             27767 
     1236.4843                 1242.8030                 1263.9229             27768 
     1290.7826                 1365.3484                 1384.0734             27769 
     1401.2217                 1419.3009                 1420.7029             27770 
     1430.0890                 1434.4703                 1486.7326             27771 
     1494.2191                 1515.7187                 1852.7090             27772 
     3013.9289                 3071.4687                 3083.6435             27773 
     3136.1469                 3154.9328                 3162.2121             27774 
     3179.3560                 3737.8033                 3760.1562             27775 
Zero-point correction (Hartree): 0.157157 27776 
 27777 
diHPCARP_Ib.ppmmppppd 27778 
--------------------- 27779 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18253103  27780 
Electronic state : 2-A 27781 
Cartesian coordinates (Angs): 27782 
     O       0.215284     -1.822316      -1.179078 27783 
     O      -0.004401     -1.551984       0.200571 27784 
     C       0.487067     -0.260361       0.525565 27785 
     C      -0.269232      0.799275      -0.300505 27786 
     C      -1.684845      1.107132       0.184595 27787 
     O      -2.441118     -0.043296       0.451050 27788 
     O      -2.612423     -0.733432      -0.778095 27789 
     H      -1.966147     -1.451076      -0.689141 27790 
     C       0.276231     -0.116446       2.028391 27791 
     H       0.904297     -0.828232       2.561620 27792 
     H      -0.764898     -0.313394       2.272480 27793 
     H       0.539617      0.893672       2.342429 27794 
     C       1.997957     -0.212733       0.290122 27795 
     O       2.613626     -1.143867      -0.150741 27796 
     H       2.508978      0.703963       0.623521 27797 
     H      -0.261994      0.496592      -1.344431 27798 
     O       0.413390      2.071151      -0.212958 27799 
     O       1.426007      2.139603      -1.023976 27800 
     H       1.143262     -2.109051      -1.167322 27801 
     H      -1.645931      1.643995       1.133780 27802 
     H      -2.183179      1.735456      -0.556128 27803 
Rotational constants (GHz):    1.1665400    0.8580400    0.6659200 27804 
Vibrational harmonic frequencies (cm-1): 27805 
       65.1901                   86.1571                   92.1871             27806 
      140.1934                  164.2927                  188.4967             27807 
      219.3903                  243.1462                  255.5698             27808 
      265.0795                  291.7759                  334.9470             27809 
      351.8690                  393.1376                  396.8076             27810 
      470.8729                  478.8277                  484.4433             27811 
      515.4736                  531.7901                  627.3353             27812 
      690.0380                  821.9293                  913.6573             27813 
      925.7622                  963.1528                  991.9345             27814 
     1019.5988                 1045.1984                 1048.1066             27815 
     1123.2578                 1140.4092                 1187.6759             27816 
     1238.3971                 1257.1338                 1282.9527             27817 
     1294.7518                 1343.4976                 1376.0123             27818 
     1402.8408                 1414.6118                 1420.9051             27819 
     1427.1160                 1435.9534                 1483.7537             27820 
     1493.4101                 1515.7660                 1851.8827             27821 
     3017.6078                 3071.2937                 3075.4607             27822 
     3124.3314                 3150.4470                 3154.0498             27823 
     3172.3773                 3727.7331                 3763.8337             27824 
Zero-point correction (Hartree): 0.157111 27825 
 27826 
diHPCARP_Ib.ppmmpptpd 27827 
--------------------- 27828 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18134265  27829 
Electronic state : 2-A 27830 
Cartesian coordinates (Angs): 27831 
     O       0.918864     -1.603391      -1.257316 27832 
     O       0.745014     -1.442215       0.145628 27833 
     C       0.715578     -0.063163       0.473191 27834 
     C      -0.468745      0.618444      -0.236430 27835 
     C      -1.845084      0.315182       0.360058 27836 
     O      -2.062044     -1.049563       0.596118 27837 
     O      -2.052496     -1.705039      -0.663745 27838 



400 
 

     H      -1.176818     -2.121106      -0.660539 27839 
     C       0.616661     -0.018063       1.993947 27840 
     H       1.519934     -0.434320       2.436520 27841 
     H      -0.238282     -0.606987       2.318311 27842 
     H       0.496801      1.012364       2.327835 27843 
     C       2.041562      0.590188       0.088001 27844 
     O       2.946028     -0.020962      -0.410824 27845 
     H       2.140600      1.658015       0.339859 27846 
     H      -0.438921      0.377075      -1.296488 27847 
     O      -0.264525      2.044196      -0.105488 27848 
     O      -0.981611      2.713423      -0.959275 27849 
     H       1.884601     -1.546002      -1.334140 27850 
     H      -1.934103      0.787804       1.339564 27851 
     H      -2.607484      0.726041      -0.304307 27852 
Rotational constants (GHz):    1.0593700    0.8841000    0.6427900 27853 
Vibrational harmonic frequencies (cm-1): 27854 
       60.0563                   74.0256                  102.9142             27855 
      105.1977                  165.1799                  179.8873             27856 
      214.4062                  240.9699                  246.0251             27857 
      266.4525                  296.0762                  316.4260             27858 
      334.6984                  361.2116                  433.5868             27859 
      446.2040                  461.1257                  477.9609             27860 
      500.6002                  529.9823                  593.0129             27861 
      721.9905                  829.6964                  916.7974             27862 
      925.4621                  962.9398                  988.9994             27863 
     1016.0415                 1047.7435                 1066.6420             27864 
     1101.8668                 1141.4402                 1183.0192             27865 
     1243.6669                 1261.5002                 1287.1466             27866 
     1293.7456                 1334.6166                 1380.9325             27867 
     1400.5459                 1410.3817                 1418.2972             27868 
     1422.2473                 1429.8367                 1484.1541             27869 
     1493.7127                 1515.2186                 1854.5350             27870 
     3017.1982                 3073.5849                 3076.7143             27871 
     3126.3104                 3147.4743                 3154.1435             27872 
     3169.4561                 3742.3770                 3773.0503             27873 
Zero-point correction (Hartree): 0.156782 27874 
 27875 
diHPCARP_Ib.ppmpmpmpd 27876 
--------------------- 27877 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17980839  27878 
Electronic state : 2-A 27879 
Cartesian coordinates (Angs): 27880 
     O       0.805265     -1.923176      -1.078776 27881 
     O       0.469027     -1.507072       0.236567 27882 
     C       0.622972     -0.100021       0.365445 27883 
     C      -0.318874      0.607987      -0.634317 27884 
     C      -1.813372      0.617030      -0.309020 27885 
     O      -2.406569     -0.638616      -0.532540 27886 
     O      -2.308811     -1.411506       0.653955 27887 
     H      -1.486075     -1.903819       0.503533 27888 
     C       0.338863      0.192534       1.834524 27889 
     H       1.083202     -0.308651       2.451729 27890 
     H      -0.648383     -0.177947       2.100243 27891 
     H       0.376907      1.264593       2.016721 27892 
     C       2.079173      0.285538       0.114619 27893 
     O       2.930067     -0.519246      -0.146703 27894 
     H       2.318818      1.353693       0.240416 27895 
     H      -0.176232      0.134921      -1.604780 27896 
     O       0.127710      1.966542      -0.852388 27897 
     O      -0.163967      2.752816       0.142967 27898 
     H       1.770306     -1.998238      -1.003529 27899 
     H      -2.021660      0.963402       0.701172 27900 
     H      -2.291231      1.295704      -1.017660 27901 
Rotational constants (GHz):    1.1060600    0.8997800    0.6348100 27902 
Vibrational harmonic frequencies (cm-1): 27903 
       47.6883                   88.7020                   97.5709             27904 
      118.8217                  152.6779                  188.1486             27905 
      214.2987                  241.0893                  255.7021             27906 
      276.7233                  291.1294                  324.4974             27907 
      331.6236                  366.9459                  392.4400             27908 
      438.7440                  489.7435                  507.4604             27909 
      532.6486                  537.5403                  608.8443             27910 
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      736.5665                  824.2925                  916.2849             27911 
      929.2705                  954.7131                  983.5566             27912 
     1002.4046                 1039.9862                 1056.6121             27913 
     1103.8373                 1136.6189                 1179.6828             27914 
     1230.4552                 1244.2186                 1265.6139             27915 
     1295.6893                 1358.5992                 1381.8616             27916 
     1406.1369                 1415.7479                 1422.1178             27917 
     1447.0690                 1461.5499                 1480.7852             27918 
     1487.5760                 1517.0846                 1854.7493             27919 
     3012.4291                 3080.7882                 3088.1736             27920 
     3131.2607                 3151.3885                 3160.3015             27921 
     3174.6328                 3734.4357                 3741.3702             27922 
Zero-point correction (Hartree): 0.156991 27923 
 27924 
diHPCARP_Ib.ppmpmptmd 27925 
--------------------- 27926 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17971552  27927 
Electronic state : 2-A 27928 
Cartesian coordinates (Angs): 27929 
     O      -0.903746     -1.675067      -1.224996 27930 
     O      -0.772995     -1.469222       0.176074 27931 
     C       0.410231     -0.714727       0.419395 27932 
     C       0.329971      0.666208      -0.242152 27933 
     C      -0.968439      1.441187      -0.016839 27934 
     O      -2.081233      0.793458      -0.615401 27935 
     O      -2.917149      0.249058       0.393634 27936 
     H      -2.485833     -0.603338       0.572351 27937 
     C       0.525887     -0.665867       1.935273 27938 
     H       0.593139     -1.680306       2.325696 27939 
     H      -0.354126     -0.188439       2.365333 27940 
     H       1.412034     -0.107406       2.226115 27941 
     C       1.577221     -1.521380      -0.149205 27942 
     O       2.475495     -1.044848      -0.774715 27943 
     H       1.518315     -2.600906       0.083963 27944 
     H       0.544244      0.580145      -1.306435 27945 
     O       1.389243      1.458476       0.335571 27946 
     O       1.687762      2.473985      -0.416554 27947 
     H      -1.471470     -0.925155      -1.478601 27948 
     H      -1.167902      1.593218       1.042582 27949 
     H      -0.856647      2.412945      -0.498745 27950 
Rotational constants (GHz):    1.1343100    0.8672200    0.6357300 27951 
Vibrational harmonic frequencies (cm-1): 27952 
       52.2745                   84.8033                   85.8758             27953 
      119.2104                  165.0992                  194.4908             27954 
      209.9236                  219.9172                  230.0127             27955 
      252.9877                  266.5927                  322.6361             27956 
      341.7232                  384.7935                  417.6761             27957 
      450.8991                  500.9348                  525.2482             27958 
      570.9146                  577.5418                  625.8950             27959 
      657.6654                  766.4590                  925.5645             27960 
      946.1609                  968.3916                  989.6677             27961 
     1041.8010                 1048.5759                 1062.2342             27962 
     1105.4685                 1125.7037                 1182.9078             27963 
     1233.6028                 1273.2633                 1281.4112             27964 
     1291.7904                 1331.6385                 1391.1126             27965 
     1398.6274                 1407.6098                 1418.9128             27966 
     1455.8373                 1475.3366                 1487.1855             27967 
     1495.0817                 1507.3492                 1883.1728             27968 
     2972.1042                 3076.8083                 3090.5175             27969 
     3124.4373                 3147.8723                 3151.9744             27970 
     3174.0839                 3669.3116                 3746.7813             27971 
Zero-point correction (Hartree): 0.156979 27972 
 27973 
diHPCARP_Ib.ppppppppd 27974 
--------------------- 27975 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17872730  27976 
Electronic state : 2-A 27977 
Cartesian coordinates (Angs): 27978 
     O       1.529903     -1.661465      -1.063957 27979 
     O       0.973111     -1.499699       0.235775 27980 
     C       0.648239     -0.138972       0.436027 27981 
     C      -0.291378      0.329336      -0.701135 27982 
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     C      -1.407253     -0.642582      -1.044332 27983 
     O      -2.128433     -1.172309       0.040847 27984 
     O      -2.847658     -0.102400       0.645722 27985 
     H      -3.760391     -0.351648       0.455608 27986 
     C       0.036740     -0.060450       1.830059 27987 
     H       0.800907     -0.299535       2.568863 27988 
     H      -0.782372     -0.766257       1.917504 27989 
     H      -0.340827      0.943130       2.016804 27990 
     C       1.922112      0.704571       0.451436 27991 
     O       3.004471      0.252979       0.190236 27992 
     H       1.800353      1.755523       0.757839 27993 
     H       0.288307      0.480667      -1.611148 27994 
     O      -0.858933      1.619603      -0.374342 27995 
     O      -0.031520      2.583434      -0.645831 27996 
     H       2.451018     -1.401438      -0.901816 27997 
     H      -2.085405     -0.158733      -1.752061 27998 
     H      -0.949893     -1.514277      -1.511517 27999 
Rotational constants (GHz):    1.2731800    0.7915100    0.6402300 28000 
Vibrational harmonic frequencies (cm-1): 28001 
       41.4624                   63.6399                   88.2253             28002 
      111.7097                  130.7199                  177.0697             28003 
      184.5520                  204.8827                  239.6769             28004 
      253.9148                  273.4823                  280.1270             28005 
      326.0834                  340.7960                  374.7752             28006 
      407.2020                  453.9229                  482.7200             28007 
      519.9549                  546.7230                  626.0449             28008 
      783.1631                  845.9566                  866.9053             28009 
      911.9756                  931.7953                  972.1039             28010 
      995.9978                 1043.8099                 1050.1375             28011 
     1124.8129                 1155.9161                 1160.8138             28012 
     1237.9795                 1266.3085                 1289.6044             28013 
     1326.0955                 1354.4831                 1377.3315             28014 
     1390.1755                 1406.3232                 1422.6396             28015 
     1429.8205                 1435.6139                 1463.6087             28016 
     1485.2366                 1509.1120                 1848.2722             28017 
     3016.3982                 3064.8020                 3083.2732             28018 
     3116.4820                 3144.6182                 3156.5548             28019 
     3197.7205                 3741.0486                 3826.2799             28020 
Zero-point correction (Hartree): 0.156193 28021 
 28022 
diHPCARP_Ib.pppppptpd 28023 
--------------------- 28024 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17938399  28025 
Electronic state : 2-A 28026 
Cartesian coordinates (Angs): 28027 
     O       1.813849     -1.184870      -1.334765 28028 
     O       1.312133     -1.316224      -0.009943 28029 
     C       0.797010     -0.072292       0.409758 28030 
     C      -0.286657      0.406685      -0.577159 28031 
     C      -1.274866     -0.658343      -1.022268 28032 
     O      -1.831478     -1.443145       0.004066 28033 
     O      -2.662211     -0.596107       0.792439 28034 
     H      -3.537964     -0.954604       0.602789 28035 
     C       0.301702     -0.293366       1.835876 28036 
     H       1.151207     -0.552294       2.466386 28037 
     H      -0.422536     -1.101272       1.853357 28038 
     H      -0.169492      0.610491       2.215814 28039 
     C       1.901959      0.974542       0.462631 28040 
     O       3.049831      0.736736       0.205739 28041 
     H       1.578605      1.984809       0.771848 28042 
     H       0.180438      0.794914      -1.483406 28043 
     O      -0.938288      1.536484       0.052679 28044 
     O      -1.660248      2.202507      -0.793519 28045 
     H       2.712686     -0.864517      -1.160848 28046 
     H      -2.060021     -0.172457      -1.606305 28047 
     H      -0.736519     -1.371482      -1.646232 28048 
Rotational constants (GHz):    1.3364000    0.7313300    0.6327800 28049 
Vibrational harmonic frequencies (cm-1): 28050 
       51.9728                   75.9099                   84.6556             28051 
      107.9356                  151.1693                  167.6551             28052 
      180.0500                  196.7739                  211.5026             28053 
      240.4457                  251.9515                  282.9588             28054 
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      319.4168                  328.5485                  349.0191             28055 
      416.7800                  448.5478                  457.5286             28056 
      491.4229                  562.7958                  645.2118             28057 
      785.0801                  834.9697                  868.8030             28058 
      916.5407                  932.1442                  970.7229             28059 
      993.7166                 1046.9606                 1056.2645             28060 
     1100.7341                 1147.7473                 1167.3954             28061 
     1241.3813                 1279.8225                 1295.2929             28062 
     1317.2377                 1359.2236                 1371.2729             28063 
     1390.1232                 1402.0095                 1416.6485             28064 
     1425.4723                 1428.1203                 1461.2499             28065 
     1487.9432                 1506.9324                 1857.5412             28066 
     2981.8372                 3070.8582                 3085.2598             28067 
     3098.5467                 3143.4106                 3161.9635             28068 
     3192.6407                 3749.5023                 3823.6881             28069 
Zero-point correction (Hartree): 0.155807 28070 
 28071 
diHPCARP_Ib.pptpmptpd 28072 
--------------------- 28073 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18197668  28074 
Electronic state : 2-A 28075 
Cartesian coordinates (Angs): 28076 
     O       1.352744     -1.932164      -0.501262 28077 
     O       1.546910     -1.130536       0.656242 28078 
     C       1.101507      0.177717       0.380473 28079 
     C      -0.373912      0.155366      -0.069062 28080 
     C      -1.232175     -0.778642       0.778102 28081 
     O      -2.603463     -0.589146       0.539030 28082 
     O      -2.870354     -0.984139      -0.798729 28083 
     H      -2.917102     -0.121932      -1.238103 28084 
     C       1.329811      0.956600       1.670886 28085 
     H       2.377120      0.864964       1.953201 28086 
     H       0.716019      0.553395       2.473130 28087 
     H       1.082810      2.006775       1.533929 28088 
     C       1.942951      0.813333      -0.717816 28089 
     O       2.880297      0.266875      -1.227722 28090 
     H       1.632910      1.830899      -1.018746 28091 
     H      -0.462012     -0.118041      -1.119030 28092 
     O      -0.854586      1.513171       0.049647 28093 
     O      -1.848436      1.754231      -0.751475 28094 
     H       2.182596     -1.774388      -0.977578 28095 
     H      -0.933773     -1.806792       0.571392 28096 
     H      -1.112553     -0.567452       1.840462 28097 
Rotational constants (GHz):    1.4088100    0.6632600    0.5848500 28098 
Vibrational harmonic frequencies (cm-1): 28099 
       55.9976                   73.3909                  105.7331             28100 
      136.0156                  146.7838                  182.4468             28101 
      197.3286                  211.3786                  227.6459             28102 
      266.0616                  273.6303                  299.1729             28103 
      317.7069                  373.9178                  416.1750             28104 
      443.4672                  456.0543                  470.2287             28105 
      480.3619                  545.8351                  585.6642             28106 
      762.4109                  857.8728                  883.2722             28107 
      922.9107                  958.3692                  975.1164             28108 
     1004.8222                 1049.3939                 1073.4189             28109 
     1097.3633                 1143.6302                 1177.0387             28110 
     1235.7769                 1278.9314                 1296.6578             28111 
     1305.7394                 1345.8641                 1365.9711             28112 
     1407.0000                 1410.6320                 1417.3486             28113 
     1428.2632                 1433.7752                 1467.8550             28114 
     1491.7530                 1503.6374                 1862.5435             28115 
     2975.1978                 3084.3825                 3091.5860             28116 
     3127.8059                 3150.3087                 3163.8674             28117 
     3173.5149                 3758.4794                 3770.6075             28118 
Zero-point correction (Hartree): 0.156551 28119 
 28120 
diHPCARP_Ib.ptppmtpmd 28121 
--------------------- 28122 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18137020  28123 
Electronic state : 2-A 28124 
Cartesian coordinates (Angs): 28125 
     O       2.627244      0.286861       0.470691 28126 



404 
 

     O       2.077216     -0.604397      -0.490462 28127 
     C       0.681000     -0.740083      -0.249403 28128 
     C      -0.094365      0.454774      -0.835716 28129 
     C      -1.549515      0.205030      -1.219975 28130 
     O      -2.322012     -0.486126      -0.276696 28131 
     O      -2.687276      0.429473       0.743998 28132 
     H      -1.993029      0.252977       1.403749 28133 
     C       0.313497     -2.037766      -0.967208 28134 
     H       0.951058     -2.838271      -0.596792 28135 
     H       0.492123     -1.927999      -2.036809 28136 
     H      -0.729413     -2.289262      -0.791319 28137 
     C       0.511926     -0.970247       1.247521 28138 
     O      -0.407633     -0.590014       1.914027 28139 
     H       1.324283     -1.580249       1.675583 28140 
     H       0.441145      0.760087      -1.736766 28141 
     O      -0.060665      1.608735       0.048177 28142 
     O       0.946401      2.388421      -0.189851 28143 
     H       2.529854      1.151414       0.042083 28144 
     H      -2.017369      1.161650      -1.459175 28145 
     H      -1.560115     -0.424216      -2.110937 28146 
Rotational constants (GHz):    1.2673700    0.8275700    0.7182400 28147 
Vibrational harmonic frequencies (cm-1): 28148 
       68.8656                   77.9975                  108.1714             28149 
      137.3845                  159.5632                  194.1442             28150 
      219.1215                  240.3980                  256.9985             28151 
      272.1305                  293.2410                  330.1174             28152 
      349.6459                  367.9153                  420.7967             28153 
      453.7282                  484.2778                  502.3131             28154 
      562.1418                  589.3566                  621.1517             28155 
      673.5529                  859.5647                  875.0543             28156 
      930.5082                  956.7298                  979.5271             28157 
     1001.6361                 1035.2915                 1057.4572             28158 
     1111.8795                 1152.3885                 1181.4091             28159 
     1204.7006                 1282.2299                 1303.7299             28160 
     1316.0272                 1348.5200                 1364.8815             28161 
     1401.1523                 1408.6317                 1429.3701             28162 
     1439.7540                 1465.0681                 1478.6574             28163 
     1501.4599                 1505.4522                 1872.2869             28164 
     3014.4277                 3075.3076                 3078.3851             28165 
     3096.9688                 3130.5518                 3151.0178             28166 
     3176.7873                 3672.9696                 3744.4001             28167 
Zero-point correction (Hartree): 0.157164 28168 
 28169 
diHPCARP_Ib.ptppmttmd 28170 
--------------------- 28171 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18020668  28172 
Electronic state : 2-A 28173 
Cartesian coordinates (Angs): 28174 
     O       2.537621      0.875437       0.563494 28175 
     O       2.238156     -0.003772      -0.512703 28176 
     C       0.926050     -0.530088      -0.322297 28177 
     C      -0.121064      0.499457      -0.760801 28178 
     C      -1.494567     -0.021523      -1.169180 28179 
     O      -2.060872     -0.976206      -0.314503 28180 
     O      -2.582986     -0.291797       0.814178 28181 
     H      -1.852660     -0.406231       1.447598 28182 
     C       0.886496     -1.769636      -1.211349 28183 
     H       1.705219     -2.432466      -0.937862 28184 
     H       1.014750     -1.478643      -2.253788 28185 
     H      -0.061007     -2.289404      -1.089229 28186 
     C       0.854155     -0.994128       1.129438 28187 
     O      -0.112176     -0.956226       1.834579 28188 
     H       1.806783     -1.428160       1.476459 28189 
     H       0.294401      1.020368      -1.627025 28190 
     O      -0.227300      1.498221       0.288346 28191 
     O      -0.775879      2.587837      -0.154376 28192 
     H       2.212422      1.731674       0.253132 28193 
     H      -2.162552      0.834062      -1.283414 28194 
     H      -1.396279     -0.523653      -2.132866 28195 
Rotational constants (GHz):    1.2102000    0.8408600    0.7124200 28196 
Vibrational harmonic frequencies (cm-1): 28197 
       51.3256                   79.4859                   98.8972             28198 
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      133.2404                  161.3064                  177.0328             28199 
      194.8935                  220.3049                  246.3707             28200 
      265.2848                  291.3375                  313.9937             28201 
      330.4723                  351.7894                  367.7154             28202 
      381.6963                  472.5442                  536.4120             28203 
      563.0143                  582.3980                  603.2362             28204 
      700.3628                  857.4634                  865.8984             28205 
      928.8132                  956.7750                  986.6801             28206 
      994.2717                 1043.0173                 1059.1799             28207 
     1098.2171                 1150.1973                 1181.2549             28208 
     1207.0170                 1286.4108                 1297.2571             28209 
     1309.1576                 1349.1541                 1365.4901             28210 
     1402.4634                 1405.0105                 1410.5040             28211 
     1431.7211                 1464.1709                 1473.4303             28212 
     1501.0766                 1504.7842                 1876.1123             28213 
     3006.0106                 3073.0709                 3074.9756             28214 
     3083.3592                 3129.7147                 3151.5162             28215 
     3172.7496                 3664.2035                 3793.5659             28216 
Zero-point correction (Hartree): 0.156460 28217 
 28218 
diHPCARP_Ib.tmmmptmmd 28219 
--------------------- 28220 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18069710  28221 
Electronic state : 2-A 28222 
Cartesian coordinates (Angs): 28223 
     O      -2.155909     -1.333874      -1.230787 28224 
     O      -1.294954     -0.212479      -1.008835 28225 
     C      -0.664599     -0.433972       0.240349 28226 
     C       0.225110      0.791611       0.495859 28227 
     C       1.130320      1.140964      -0.679635 28228 
     O       1.950544      0.037938      -0.998700 28229 
     O       2.929899     -0.084939       0.022533 28230 
     H       2.641294     -0.888299       0.487381 28231 
     C      -1.667545     -0.638059       1.370219 28232 
     H      -2.239785     -1.547660       1.209050 28233 
     H      -2.348013      0.209433       1.409099 28234 
     H      -1.132162     -0.720768       2.314386 28235 
     C       0.256944     -1.646502       0.130556 28236 
     O       1.005475     -1.968144       1.016821 28237 
     H       0.185346     -2.212133      -0.810376 28238 
     H       0.827807      0.560784       1.373982 28239 
     O      -0.548121      1.932697       0.906314 28240 
     O      -1.106842      2.545884      -0.097302 28241 
     H      -2.142387     -1.368029      -2.194591 28242 
     H       0.547461      1.333013      -1.576256 28243 
     H       1.738329      2.012740      -0.437106 28244 
Rotational constants (GHz):    1.0733800    0.9006000    0.6674200 28245 
Vibrational harmonic frequencies (cm-1): 28246 
       52.6150                   95.2340                  112.6364             28247 
      125.6269                  149.7235                  174.2340             28248 
      183.8863                  186.5344                  221.8221             28249 
      233.0783                  255.8243                  283.6858             28250 
      307.0545                  336.8182                  350.3595             28251 
      413.7063                  446.2250                  483.2387             28252 
      510.6142                  579.6156                  613.1442             28253 
      703.0840                  756.9147                  910.2692             28254 
      950.9593                  965.9063                  988.2384             28255 
     1024.1334                 1033.1139                 1061.1784             28256 
     1121.2782                 1139.8642                 1198.3360             28257 
     1213.9817                 1242.2621                 1245.8591             28258 
     1286.3144                 1349.1252                 1377.9453             28259 
     1400.8769                 1413.0980                 1421.1198             28260 
     1431.4711                 1462.8891                 1486.4565             28261 
     1489.6701                 1506.3957                 1834.4744             28262 
     3036.2906                 3086.7615                 3096.2164             28263 
     3126.5229                 3168.1323                 3175.6559             28264 
     3176.7189                 3711.4180                 3844.5101             28265 
Zero-point correction (Hartree): 0.156175 28266 
 28267 
diHPCARP_Ib.tmmmptmpd 28268 
--------------------- 28269 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18172930  28270 
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Electronic state : 2-A 28271 
Cartesian coordinates (Angs): 28272 
     O      -2.062740     -1.372952      -1.326128 28273 
     O      -1.285349     -0.221548      -1.020990 28274 
     C      -0.656023     -0.439686       0.233781 28275 
     C       0.223987      0.791399       0.493336 28276 
     C       1.123800      1.153807      -0.682390 28277 
     O       1.959778      0.062004      -0.997572 28278 
     O       2.932663     -0.049868       0.031542 28279 
     H       2.659499     -0.866331       0.482302 28280 
     C      -1.652262     -0.658150       1.365515 28281 
     H      -2.208272     -1.579414       1.209923 28282 
     H      -2.342751      0.181792       1.414317 28283 
     H      -1.115309     -0.735444       2.309180 28284 
     C       0.275352     -1.645628       0.116153 28285 
     O       1.021035     -1.966708       1.005136 28286 
     H       0.208605     -2.204257      -0.829031 28287 
     H       0.831642      0.563541       1.368772 28288 
     O      -0.558478      1.923886       0.911876 28289 
     O      -1.159440      2.510694      -0.083074 28290 
     H      -2.960136     -1.023152      -1.261197 28291 
     H       0.538948      1.334485      -1.580132 28292 
     H       1.718897      2.034276      -0.438818 28293 
Rotational constants (GHz):    1.0762800    0.8998600    0.6689600 28294 
Vibrational harmonic frequencies (cm-1): 28295 
       52.6018                   96.8201                  110.9981             28296 
      123.0866                  172.6121                  182.6666             28297 
      186.1878                  216.6228                  227.3099             28298 
      247.9322                  257.8561                  283.7853             28299 
      306.7548                  335.7208                  350.4281             28300 
      416.8522                  443.4979                  483.2453             28301 
      510.6610                  579.1183                  617.1599             28302 
      704.7636                  760.8396                  910.2903             28303 
      951.2002                  966.4037                  989.9098             28304 
     1023.4486                 1034.2287                 1056.6294             28305 
     1121.1050                 1137.3173                 1201.4573             28306 
     1217.3202                 1241.1885                 1246.5045             28307 
     1286.5216                 1351.1710                 1379.9614             28308 
     1397.5094                 1405.2471                 1416.8274             28309 
     1426.0031                 1462.2266                 1487.2425             28310 
     1489.8755                 1508.9818                 1834.0165             28311 
     3042.4471                 3082.4508                 3095.1693             28312 
     3127.2226                 3163.5988                 3168.2131             28313 
     3176.2662                 3714.4746                 3822.2670             28314 
Zero-point correction (Hartree): 0.156287 28315 
 28316 
diHPCARP_Ib.tmmmptpmd 28317 
--------------------- 28318 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18166884  28319 
Electronic state : 2-A 28320 
Cartesian coordinates (Angs): 28321 
     O      -2.016654     -1.815063      -0.981334 28322 
     O      -1.142672     -0.694344      -1.126237 28323 
     C      -0.694577     -0.349020       0.175535 28324 
     C       0.174160      0.902672      -0.015327 28325 
     C       1.229333      0.737950      -1.103082 28326 
     O       2.029444     -0.395781      -0.851127 28327 
     O       2.908673     -0.069981       0.215002 28328 
     H       2.530160     -0.571913       0.956770 28329 
     C      -1.846139     -0.095546       1.139977 28330 
     H      -2.403682     -1.012857       1.310274 28331 
     H      -2.514329      0.654493       0.722544 28332 
     H      -1.448486      0.262135       2.087683 28333 
     C       0.200709     -1.460140       0.712725 28334 
     O       0.840431     -1.341072       1.725413 28335 
     H       0.213891     -2.386405       0.118295 28336 
     H       0.629156      1.144202       0.943978 28337 
     O      -0.637374      2.021351      -0.409664 28338 
     O      -1.007281      2.747995       0.603670 28339 
     H      -1.791213     -2.313241      -1.775920 28340 
     H       0.758480      0.550806      -2.066751 28341 
     H       1.848577      1.632446      -1.161613 28342 
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Rotational constants (GHz):    1.0187500    0.8804800    0.6702300 28343 
Vibrational harmonic frequencies (cm-1): 28344 
       61.2921                   79.7703                  105.6881             28345 
      128.0073                  172.7584                  183.0544             28346 
      188.0477                  209.3006                  214.7895             28347 
      245.2260                  253.5585                  278.2319             28348 
      323.6748                  348.1002                  384.8842             28349 
      402.4586                  435.0032                  443.7053             28350 
      519.7583                  577.1017                  624.1912             28351 
      650.9240                  759.1436                  911.4185             28352 
      953.5886                  966.5883                  989.1997             28353 
     1024.9760                 1059.1325                 1064.1180             28354 
     1118.0823                 1146.5862                 1198.4803             28355 
     1214.6855                 1243.1613                 1280.2723             28356 
     1289.4324                 1339.0549                 1368.2704             28357 
     1401.3264                 1411.3618                 1416.3345             28358 
     1425.5947                 1466.6509                 1484.3269             28359 
     1487.8098                 1507.1115                 1834.4083             28360 
     3025.5536                 3087.4165                 3096.2268             28361 
     3132.5851                 3158.4661                 3170.8064             28362 
     3173.9617                 3702.3876                 3840.8201             28363 
Zero-point correction (Hartree): 0.156234 28364 
 28365 
diHPCARP_Ib.tmmmptppd 28366 
--------------------- 28367 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18271869  28368 
Electronic state : 2-A 28369 
Cartesian coordinates (Angs): 28370 
     O      -1.948335     -1.842067      -1.058131 28371 
     O      -1.163796     -0.660717      -1.135270 28372 
     C      -0.689020     -0.353429       0.169992 28373 
     C       0.182611      0.898188      -0.005423 28374 
     C       1.232365      0.750418      -1.100968 28375 
     O       2.043586     -0.376852      -0.859537 28376 
     O       2.907193     -0.057436       0.221704 28377 
     H       2.542424     -0.598103       0.942677 28378 
     C      -1.814159     -0.122358       1.169323 28379 
     H      -2.367665     -1.043854       1.335001 28380 
     H      -2.488666      0.646929       0.797113 28381 
     H      -1.393473      0.205702       2.117665 28382 
     C       0.211129     -1.487577       0.653402 28383 
     O       0.844904     -1.409607       1.674042 28384 
     H       0.227505     -2.383371       0.014993 28385 
     H       0.644465      1.125533       0.954061 28386 
     O      -0.633109      2.022960      -0.377223 28387 
     O      -1.008428      2.725887       0.650778 28388 
     H      -2.839920     -1.496231      -1.191511 28389 
     H       0.759497      0.562664      -2.063366 28390 
     H       1.842151      1.651934      -1.155486 28391 
Rotational constants (GHz):    1.0207500    0.8811200    0.6698800 28392 
Vibrational harmonic frequencies (cm-1): 28393 
       62.8397                   81.9891                  107.3588             28394 
      127.4655                  172.7136                  183.2286             28395 
      190.3907                  214.9754                  246.2978             28396 
      254.4634                  277.4176                  286.4481             28397 
      324.4393                  348.2291                  385.2344             28398 
      404.2564                  436.6587                  443.2610             28399 
      518.3207                  580.4129                  624.5742             28400 
      652.6722                  760.6963                  911.5217             28401 
      955.1852                  966.4953                  992.1520             28402 
     1025.4647                 1058.1069                 1060.4806             28403 
     1118.9041                 1144.9138                 1200.1370             28404 
     1218.7107                 1242.1156                 1280.8855             28405 
     1291.1497                 1338.3729                 1373.7145             28406 
     1398.6513                 1408.7405                 1410.9041             28407 
     1416.6339                 1464.7604                 1485.5020             28408 
     1487.9365                 1509.2876                 1833.1721             28409 
     3039.5212                 3082.0514                 3094.8982             28410 
     3133.0994                 3159.3918                 3163.5525             28411 
     3167.2454                 3705.5657                 3816.1765             28412 
Zero-point correction (Hartree): 0.156373 28413 
 28414 
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diHPCARP_Ib.tmmmpttmd 28415 
--------------------- 28416 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18164034  28417 
Electronic state : 2-A 28418 
Cartesian coordinates (Angs): 28419 
     O      -2.731129     -0.275719      -1.050522 28420 
     O      -1.396610      0.233397      -1.081047 28421 
     C      -0.858423      0.048636       0.218964 28422 
     C       0.542871      0.659528       0.171749 28423 
     C       1.390240      0.150349      -0.989159 28424 
     O       1.477316     -1.257064      -0.963262 28425 
     O       2.356571     -1.613792       0.092916 28426 
     H       1.745123     -1.972221       0.758181 28427 
     C      -1.712416      0.695865       1.303391 28428 
     H      -2.686338      0.216520       1.355457 28429 
     H      -1.844198      1.752262       1.082403 28430 
     H      -1.211918      0.581960       2.263412 28431 
     C      -0.705133     -1.444375       0.496000 28432 
     O      -0.146545     -1.862707       1.476372 28433 
     H      -1.150664     -2.114200      -0.254882 28434 
     H       1.033519      0.459427       1.123852 28435 
     O       0.403811      2.087350       0.040719 28436 
     O       1.494830      2.698485       0.395170 28437 
     H      -2.791968     -0.653206      -1.936109 28438 
     H       0.915034      0.392041      -1.938680 28439 
     H       2.382624      0.597787      -0.942072 28440 
Rotational constants (GHz):    1.0041400    0.8945700    0.6463600 28441 
Vibrational harmonic frequencies (cm-1): 28442 
       57.9799                   77.8970                  107.4325             28443 
      115.3874                  163.4098                  168.4582             28444 
      186.3054                  191.2958                  215.2735             28445 
      229.9789                  254.0865                  276.6433             28446 
      318.6766                  331.3518                  371.0573             28447 
      413.7781                  434.6200                  461.7375             28448 
      496.1069                  571.9789                  625.5604             28449 
      649.2678                  781.2953                  911.8552             28450 
      954.0306                  966.6526                  987.8644             28451 
     1023.2483                 1058.7468                 1081.2221             28452 
     1108.2252                 1135.1974                 1195.8006             28453 
     1220.0137                 1252.6258                 1281.9079             28454 
     1288.6780                 1333.8533                 1374.6573             28455 
     1398.7986                 1405.7487                 1415.1255             28456 
     1426.4883                 1465.0705                 1484.6517             28457 
     1490.6148                 1505.8289                 1836.9824             28458 
     3027.6789                 3088.1877                 3096.4613             28459 
     3123.5688                 3158.8513                 3169.3407             28460 
     3178.5314                 3713.7836                 3841.7243             28461 
Zero-point correction (Hartree): 0.156058 28462 
 28463 
diHPCARP_Ib.tmmmpttpd 28464 
--------------------- 28465 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18260026  28466 
Electronic state : 2-A 28467 
Cartesian coordinates (Angs): 28468 
     O      -2.675274     -0.425334      -1.129408 28469 
     O      -1.408230      0.215031      -1.081611 28470 
     C      -0.857007      0.010784       0.213402 28471 
     C       0.522945      0.668853       0.174729 28472 
     C       1.390331      0.204379      -0.990129 28473 
     O       1.543092     -1.196868      -0.967828 28474 
     O       2.417708     -1.515965       0.104640 28475 
     H       1.814375     -1.931487       0.743435 28476 
     C      -1.719395      0.594148       1.325632 28477 
     H      -2.675320      0.078233       1.376730 28478 
     H      -1.883375      1.655210       1.148685 28479 
     H      -1.208903      0.463353       2.278068 28480 
     C      -0.655404     -1.486559       0.440585 28481 
     O      -0.106116     -1.913425       1.422783 28482 
     H      -1.058767     -2.143340      -0.344151 28483 
     H       1.021320      0.476496       1.124358 28484 
     O       0.328032      2.092414       0.060744 28485 
     O       1.390222      2.744136       0.430036 28486 
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     H      -3.276975      0.329566      -1.147472 28487 
     H       0.902851      0.423937      -1.938611 28488 
     H       2.360505      0.698484      -0.941198 28489 
Rotational constants (GHz):    1.0044000    0.8963500    0.6455000 28490 
Vibrational harmonic frequencies (cm-1): 28491 
       59.6297                   79.5452                  107.7675             28492 
      114.6196                  167.5297                  184.5223             28493 
      186.7252                  217.9830                  227.5748             28494 
      253.4779                  275.5120                  290.7374             28495 
      319.7679                  333.9135                  370.9863             28496 
      418.1481                  439.1689                  464.2237             28497 
      496.2251                  573.5266                  626.7076             28498 
      652.3180                  781.7316                  912.1589             28499 
      955.2485                  967.7977                  991.1779             28500 
     1022.9211                 1055.6936                 1079.2211             28501 
     1108.3586                 1134.2270                 1199.5856             28502 
     1224.0363                 1249.4935                 1282.7056             28503 
     1290.2281                 1332.8073                 1380.4747             28504 
     1396.9644                 1405.4279                 1410.0714             28505 
     1415.2916                 1464.7285                 1484.6986             28506 
     1491.6161                 1508.4337                 1835.7050             28507 
     3038.3123                 3083.2650                 3095.7578             28508 
     3123.7651                 3159.8116                 3164.6100             28509 
     3168.3871                 3714.1250                 3815.8974             28510 
Zero-point correction (Hartree): 0.156294 28511 
 28512 
 28513 
 28514 
(2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 28515 
============================================================== 28516 
 28517 
diHPCARP_Ic.mmpppttpd 28518 
--------------------- 28519 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18275343  28520 
Electronic state : 2-A 28521 
Cartesian coordinates (Angs): 28522 
     O      -0.135038      2.254815       0.279563 28523 
     O      -0.934837      1.391580      -0.507499 28524 
     C      -1.160039      0.169507       0.182288 28525 
     C       0.065989     -0.747393       0.201788 28526 
     C       0.824769     -0.769056      -1.123633 28527 
     O       1.569312      0.452812      -1.306283 28528 
     O       2.712680      0.424237      -0.687077 28529 
     H       0.751615      2.078151      -0.068289 28530 
     C      -1.747251      0.392108       1.571400 28531 
     H      -2.683557      0.943397       1.488414 28532 
     H      -1.050493      0.962967       2.176598 28533 
     H      -1.932415     -0.567778       2.051613 28534 
     C      -2.260514     -0.460758      -0.672098 28535 
     O      -2.300453     -1.618333      -0.973817 28536 
     H      -3.048879      0.253487      -0.966905 28537 
     H      -0.285591     -1.765372       0.389542 28538 
     O       0.898531     -0.331399       1.261948 28539 
     O       1.889325     -1.330252       1.448893 28540 
     H       2.635656     -0.943635       0.965048 28541 
     H       1.537657     -1.588711      -1.152480 28542 
     H       0.142114     -0.826636      -1.967836 28543 
Rotational constants (GHz):    1.2433200    0.7616100    0.7187500 28544 
Vibrational harmonic frequencies (cm-1): 28545 
       62.0167                   87.0430                   94.1277             28546 
      156.8662                  163.6158                  168.0209             28547 
      184.1233                  210.1903                  236.7075             28548 
      257.2048                  281.0102                  296.9756             28549 
      332.1345                  361.5065                  395.0782             28550 
      414.3537                  451.1888                  466.9739             28551 
      517.2926                  549.4391                  667.6400             28552 
      714.9717                  821.0616                  893.1118             28553 
      914.4578                  967.0284                  974.4590             28554 
     1016.6720                 1040.2579                 1059.1200             28555 
     1066.8653                 1149.5323                 1178.5447             28556 
     1222.9120                 1246.7494                 1272.1039             28557 
     1321.1668                 1356.0909                 1380.8957             28558 
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     1389.6109                 1399.7948                 1412.8757             28559 
     1434.5931                 1440.9968                 1482.4831             28560 
     1483.5072                 1501.5233                 1868.2185             28561 
     2994.1527                 3076.8950                 3080.9467             28562 
     3121.6259                 3151.2518                 3184.6038             28563 
     3188.5782                 3751.6631                 3778.4007             28564 
Zero-point correction (Hartree): 0.156490 28565 
 28566 
diHPCARP_Ic.mmtmptmmd 28567 
--------------------- 28568 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18525353  28569 
Electronic state : 2-A 28570 
Cartesian coordinates (Angs): 28571 
     O       1.302217     -2.046932      -0.948643 28572 
     O       1.250569     -0.647288      -1.154206 28573 
     C       1.190118      0.071590       0.072510 28574 
     C      -0.254525      0.365628       0.514055 28575 
     C      -1.093104      0.877268      -0.648318 28576 
     O      -2.424806      1.193832      -0.202955 28577 
     O      -3.179112      0.141211      -0.123097 28578 
     H       0.380160     -2.251704      -0.715611 28579 
     C       1.997726     -0.579338       1.189621 28580 
     H       3.007508     -0.788815       0.840678 28581 
     H       1.532836     -1.509865       1.499514 28582 
     H       2.038125      0.098094       2.041915 28583 
     C       1.908517      1.376936      -0.265986 28584 
     O       1.562685      2.453639       0.127665 28585 
     H       2.811027      1.232879      -0.885348 28586 
     H      -0.211535      1.135387       1.287221 28587 
     O      -0.874767     -0.712540       1.186806 28588 
     O      -1.154549     -1.760546       0.268877 28589 
     H      -2.058463     -1.527719      -0.005724 28590 
     H      -0.685043      1.815942      -1.014946 28591 
     H      -1.164903      0.152287      -1.454572 28592 
Rotational constants (GHz):    1.2482200    0.7972900    0.6022200 28593 
Vibrational harmonic frequencies (cm-1): 28594 
       57.4672                   88.2672                   96.2046             28595 
      128.4790                  159.6176                  188.5892             28596 
      212.2966                  231.3710                  261.5478             28597 
      280.8320                  295.8026                  308.1187             28598 
      321.8138                  343.4764                  449.8849             28599 
      454.5912                  500.2913                  533.7619             28600 
      577.8369                  618.4898                  628.5433             28601 
      710.8744                  822.0193                  897.2932             28602 
      926.9966                  969.2241                  983.6727             28603 
      986.2939                 1013.3188                 1063.6422             28604 
     1114.2217                 1140.4116                 1179.4891             28605 
     1222.9632                 1255.0342                 1260.9799             28606 
     1302.5763                 1338.8816                 1381.1718             28607 
     1394.6296                 1402.3693                 1410.6338             28608 
     1441.0876                 1480.3317                 1486.0513             28609 
     1486.6547                 1495.4125                 1863.8550             28610 
     2993.0562                 3080.3216                 3104.3710             28611 
     3125.3889                 3156.0753                 3184.5751             28612 
     3188.3813                 3671.4734                 3699.6121             28613 
Zero-point correction (Hartree): 0.157127 28614 
 28615 
diHPCARP_Ic.mmtpptmmd 28616 
--------------------- 28617 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18042893  28618 
Electronic state : 2-A 28619 
Cartesian coordinates (Angs): 28620 
     O       1.866882     -1.806493      -0.669317 28621 
     O       1.501262     -0.488505      -1.035453 28622 
     C       1.137954      0.289145       0.099362 28623 
     C      -0.358957      0.183053       0.430808 28624 
     C      -1.228553      0.469306      -0.785349 28625 
     O      -2.584308      0.053818      -0.537110 28626 
     O      -3.140267      0.765709       0.397695 28627 
     H       1.004567     -2.249885      -0.619605 28628 
     C       2.005475     -0.003810       1.319581 28629 
     H       3.057752      0.034953       1.042453 28630 
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     H       1.781668     -0.991487       1.710125 28631 
     H       1.803799      0.740775       2.088720 28632 
     C       1.487000      1.710951      -0.333158 28633 
     O       0.844338      2.675441      -0.032029 28634 
     H       2.421343      1.778632      -0.917724 28635 
     H      -0.585975      0.908799       1.213179 28636 
     O      -0.702634     -1.050117       1.044946 28637 
     O      -0.769997     -2.073995       0.061479 28638 
     H      -1.723339     -2.144732      -0.088443 28639 
     H      -1.226409      1.533473      -1.008489 28640 
     H      -0.913121     -0.109262      -1.649365 28641 
Rotational constants (GHz):    1.2065200    0.8158900    0.5967300 28642 
Vibrational harmonic frequencies (cm-1): 28643 
       49.7819                   67.1736                   91.3791             28644 
      106.7040                  125.3148                  171.6574             28645 
      215.0610                  229.4993                  245.3563             28646 
      259.1653                  277.6580                  301.3268             28647 
      328.6923                  340.1427                  359.7847             28648 
      440.5113                  451.2310                  488.7111             28649 
      544.8139                  591.0081                  623.6971             28650 
      739.3734                  804.0243                  903.2861             28651 
      927.8912                  961.3898                  982.2442             28652 
      991.2331                 1005.3487                 1062.6807             28653 
     1117.9520                 1132.6434                 1187.4182             28654 
     1221.5784                 1242.7707                 1262.8184             28655 
     1311.6119                 1320.2720                 1376.7737             28656 
     1394.7352                 1399.5194                 1405.0255             28657 
     1410.8287                 1468.6454                 1486.6198             28658 
     1496.3542                 1498.0338                 1864.5399             28659 
     2992.1413                 3080.5106                 3112.3596             28660 
     3122.1965                 3156.0159                 3184.5613             28661 
     3186.6216                 3722.8641                 3788.7631             28662 
Zero-point correction (Hartree): 0.156351 28663 
 28664 
diHPCARP_Ic.mttmptmmd 28665 
--------------------- 28666 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18429244  28667 
Electronic state : 2-A 28668 
Cartesian coordinates (Angs): 28669 
     O      -2.005575     -1.897952      -0.483653 28670 
     O      -1.975595     -0.797031       0.407025 28671 
     C      -1.174564      0.235216      -0.145479 28672 
     C       0.223489     -0.324230      -0.503942 28673 
     C       1.278058      0.755710      -0.711300 28674 
     O       2.525895      0.128538      -1.059005 28675 
     O       3.164688     -0.276816      -0.003136 28676 
     H      -1.356366     -2.483721      -0.067523 28677 
     C      -1.834537      0.868628      -1.361452 28678 
     H      -2.842259      1.186877      -1.101406 28679 
     H      -1.893544      0.142597      -2.170294 28680 
     H      -1.273737      1.742702      -1.687191 28681 
     C      -1.097658      1.244992       0.997452 28682 
     O      -0.653102      2.347714       0.840272 28683 
     H      -1.490984      0.894603       1.964333 28684 
     H       0.125691     -0.904433      -1.423505 28685 
     O       0.641162     -1.292557       0.431399 28686 
     O       0.817569     -0.653134       1.685208 28687 
     H       1.774679     -0.486574       1.670227 28688 
     H       1.023914      1.393338      -1.554234 28689 
     H       1.443543      1.362622       0.173037 28690 
Rotational constants (GHz):    1.2920800    0.7478400    0.6541700 28691 
Vibrational harmonic frequencies (cm-1): 28692 
       66.3322                   91.4148                  120.8985             28693 
      132.3998                  159.3177                  171.1986             28694 
      190.0103                  208.7913                  219.1788             28695 
      246.7120                  300.3474                  306.2639             28696 
      333.8419                  383.9061                  400.5010             28697 
      436.9431                  462.7755                  511.0717             28698 
      513.8791                  580.7874                  659.8850             28699 
      671.5491                  831.4140                  914.7669             28700 
      924.7482                  962.4100                  999.6125             28701 
     1002.8045                 1017.8752                 1055.0093             28702 
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     1111.3070                 1146.4837                 1186.1048             28703 
     1202.6673                 1252.1169                 1254.0401             28704 
     1318.4312                 1334.0149                 1388.2976             28705 
     1399.6374                 1408.0590                 1418.7097             28706 
     1426.4040                 1434.3596                 1477.2899             28707 
     1488.5469                 1503.8543                 1857.9874             28708 
     3024.3769                 3079.9995                 3103.1827             28709 
     3130.2226                 3159.9951                 3164.8898             28710 
     3196.1290                 3720.5926                 3777.1321             28711 
Zero-point correction (Hartree): 0.156832 28712 
 28713 
diHPCARP_Ic.mttpptmmd 28714 
--------------------- 28715 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18108150  28716 
Electronic state : 2-A 28717 
Cartesian coordinates (Angs): 28718 
     O      -1.731347     -2.013625      -0.567002 28719 
     O      -1.999972     -0.752795       0.019466 28720 
     C      -1.018519      0.180227      -0.404614 28721 
     C       0.392064     -0.348920      -0.062451 28722 
     C       1.473237      0.714773      -0.064330 28723 
     O       2.767513      0.083568       0.020027 28724 
     O       3.052999     -0.560250      -1.069946 28725 
     H      -1.286481     -2.463874       0.165650 28726 
     C      -1.140846      0.484037      -1.891568 28727 
     H      -2.159606      0.796514      -2.113605 28728 
     H      -0.912510     -0.409080      -2.469706 28729 
     H      -0.464947      1.288232      -2.174477 28730 
     C      -1.361779      1.424890       0.409079 28731 
     O      -0.798127      2.469596       0.239162 28732 
     H      -2.171219      1.299555       1.145891 28733 
     H       0.657794     -1.105655      -0.802911 28734 
     O       0.380753     -1.085647       1.146849 28735 
     O      -0.081959     -0.221302       2.178846 28736 
     H       0.691905     -0.170779       2.754212 28737 
     H       1.446723      1.317941      -0.967961 28738 
     H       1.414529      1.360740       0.806999 28739 
Rotational constants (GHz):    1.1450500    0.7362900    0.6845200 28740 
Vibrational harmonic frequencies (cm-1): 28741 
       51.4133                   71.2301                  115.5145             28742 
      121.0371                  148.5357                  158.4193             28743 
      189.6480                  203.7982                  215.2221             28744 
      251.7788                  271.7080                  296.3990             28745 
      301.3570                  332.7648                  382.3034             28746 
      391.4568                  442.5030                  462.3205             28747 
      497.6893                  585.4233                  658.9685             28748 
      672.2821                  835.2411                  915.9107             28749 
      926.3640                  965.3893                  984.9052             28750 
     1003.2919                 1015.7174                 1056.7091             28751 
     1123.2015                 1133.0804                 1182.3024             28752 
     1201.8559                 1246.3438                 1262.1806             28753 
     1310.4192                 1321.6242                 1376.6839             28754 
     1398.6197                 1403.4547                 1414.0059             28755 
     1418.7708                 1430.9544                 1473.2492             28756 
     1489.0176                 1503.5950                 1859.8742             28757 
     3014.7980                 3081.7454                 3108.3054             28758 
     3130.0085                 3160.4676                 3169.2843             28759 
     3192.1356                 3780.6329                 3818.8759             28760 
Zero-point correction (Hartree): 0.156125 28761 
 28762 
diHPCARP_Ic.mttpptmpd 28763 
--------------------- 28764 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18209198  28765 
Electronic state : 2-A 28766 
Cartesian coordinates (Angs): 28767 
     O      -1.807544     -1.791919      -0.931514 28768 
     O      -1.992130     -0.640774      -0.128207 28769 
     C      -0.951380      0.295994      -0.397066 28770 
     C       0.411567     -0.359552      -0.078448 28771 
     C       1.527532      0.621096       0.226616 28772 
     O       2.797769     -0.055601       0.133368 28773 
     O       3.069045     -0.377081      -1.093943 28774 
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     H      -1.282780     -2.356440      -0.343906 28775 
     C      -0.997728      0.803065      -1.829860 28776 
     H      -1.967431      1.254468      -2.031937 28777 
     H      -0.840328     -0.024540      -2.517571 28778 
     H      -0.226963      1.556198      -1.982311 28779 
     C      -1.274686      1.439891       0.559833 28780 
     O      -0.652069      2.462405       0.570917 28781 
     H      -2.143112      1.273998       1.221537 28782 
     H       0.712685     -0.958594      -0.940660 28783 
     O       0.273519     -1.321547       0.952878 28784 
     O      -0.236569     -0.658754       2.102962 28785 
     H      -1.167883     -0.922835       2.073749 28786 
     H       1.539051      1.457957      -0.466592 28787 
     H       1.468770      0.982993       1.249538 28788 
Rotational constants (GHz):    1.1441600    0.7393500    0.6843300 28789 
Vibrational harmonic frequencies (cm-1): 28790 
       61.4041                   69.4622                  115.2976             28791 
      123.4532                  152.0772                  162.0309             28792 
      199.2704                  206.1261                  210.0233             28793 
      253.1852                  282.6376                  303.0555             28794 
      337.6007                  374.1338                  391.4475             28795 
      405.6699                  455.9261                  463.3058             28796 
      501.3411                  588.3320                  657.9722             28797 
      675.1613                  845.9860                  910.1960             28798 
      930.4817                  965.0270                  986.1896             28799 
     1001.1452                 1013.1692                 1057.0460             28800 
     1122.8907                 1132.9650                 1181.4389             28801 
     1197.0535                 1248.0168                 1261.0574             28802 
     1313.9968                 1326.3740                 1385.0229             28803 
     1400.5033                 1411.7400                 1418.7138             28804 
     1419.6476                 1436.9684                 1470.6597             28805 
     1485.3125                 1504.1011                 1868.3576             28806 
     2985.3731                 3081.8842                 3097.9003             28807 
     3127.9405                 3160.5648                 3171.0955             28808 
     3191.9742                 3757.7064                 3774.3664             28809 
Zero-point correction (Hartree): 0.156355 28810 
 28811 
diHPCARP_Ic.pmmmpmmpd 28812 
--------------------- 28813 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18224011  28814 
Electronic state : 2-A 28815 
Cartesian coordinates (Angs): 28816 
     O       0.585633      0.835843      -1.833310 28817 
     O       1.214515      1.098840      -0.585320 28818 
     C       0.363542      0.709687       0.480662 28819 
     C       0.195611     -0.824288       0.585974 28820 
     C      -0.631632     -1.510477      -0.496551 28821 
     O      -1.957275     -0.945606      -0.508744 28822 
     O      -2.610875     -1.232625       0.578133 28823 
     H       0.031084      1.627297      -1.928225 28824 
     C       1.079761      1.224779       1.730238 28825 
     H       1.261765      2.292814       1.632392 28826 
     H       2.025900      0.700736       1.845320 28827 
     H       0.470270      1.043871       2.614765 28828 
     C      -0.961880      1.452269       0.411428 28829 
     O      -1.180691      2.323504      -0.384075 28830 
     H      -1.698167      1.180961       1.188011 28831 
     H      -0.294510     -1.024787       1.542663 28832 
     O       1.452896     -1.451656       0.715956 28833 
     O       2.059929     -1.571654      -0.565512 28834 
     H       2.369795     -0.669035      -0.737534 28835 
     H      -0.241462     -1.344289      -1.491636 28836 
     H      -0.710154     -2.572552      -0.273292 28837 
Rotational constants (GHz):    1.0321500    0.9608900    0.7165900 28838 
Vibrational harmonic frequencies (cm-1): 28839 
       35.8699                   76.3932                  124.7225             28840 
      134.0937                  159.4926                  190.6279             28841 
      216.3729                  220.3445                  231.9252             28842 
      271.6498                  298.0233                  320.7625             28843 
      358.6886                  362.8271                  387.7320             28844 
      435.3683                  468.7911                  500.8965             28845 
      519.3076                  599.4238                  605.8516             28846 
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      734.1990                  833.9197                  899.0398             28847 
      935.6538                  958.4227                  986.7676             28848 
      997.6162                 1046.3798                 1052.9694             28849 
     1119.4476                 1127.2469                 1191.4875             28850 
     1202.4398                 1236.8736                 1277.3043             28851 
     1302.2790                 1333.5516                 1384.9063             28852 
     1400.8820                 1406.4287                 1423.1608             28853 
     1437.1436                 1446.0676                 1489.9352             28854 
     1492.2040                 1502.4996                 1853.7636             28855 
     2991.5021                 3077.9801                 3082.7545             28856 
     3123.2255                 3158.4724                 3170.9487             28857 
     3229.0661                 3736.5602                 3757.3862             28858 
Zero-point correction (Hartree): 0.157011 28859 
 28860 
diHPCARP_Ic.pmppmttpd 28861 
--------------------- 28862 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18436804  28863 
Electronic state : 2-A 28864 
Cartesian coordinates (Angs): 28865 
     O      -1.001876     -1.940505      -0.733947 28866 
     O      -0.994195     -0.651885      -1.342296 28867 
     C      -1.096847      0.328858      -0.322565 28868 
     C       0.207460      0.627028       0.425762 28869 
     C       0.895220     -0.558141       1.097819 28870 
     O       1.525864     -1.426824       0.131928 28871 
     O       2.683537     -0.984673      -0.255413 28872 
     H      -0.084549     -2.221653      -0.859184 28873 
     C      -1.606870      1.573392      -1.045091 28874 
     H      -2.615244      1.396436      -1.415907 28875 
     H      -0.952412      1.795923      -1.883908 28876 
     H      -1.611033      2.422987      -0.364894 28877 
     C      -2.182676     -0.115258       0.650695 28878 
     O      -2.141548      0.071432       1.833029 28879 
     H      -3.044259     -0.596792       0.155986 28880 
     H      -0.050310      1.319803       1.232523 28881 
     O       1.061446      1.263288      -0.497559 28882 
     O       2.163564      1.797612       0.217317 28883 
     H       2.829797      1.107724       0.070699 28884 
     H       1.676839     -0.210860       1.768077 28885 
     H       0.179105     -1.176397       1.632425 28886 
Rotational constants (GHz):    1.2645000    0.7885400    0.6763600 28887 
Vibrational harmonic frequencies (cm-1): 28888 
       60.4919                   96.4777                  116.4268             28889 
      158.5622                  163.4335                  184.3607             28890 
      209.6677                  224.8395                  234.8563             28891 
      259.5383                  280.3371                  308.6813             28892 
      319.5078                  351.0496                  394.9812             28893 
      454.1147                  487.9563                  517.2157             28894 
      538.7360                  562.2017                  625.7883             28895 
      711.2216                  814.0684                  891.6137             28896 
      935.2048                  963.8468                  978.1692             28897 
     1017.7867                 1041.1848                 1052.2381             28898 
     1072.4899                 1149.7524                 1178.9413             28899 
     1239.7832                 1250.5236                 1266.9594             28900 
     1325.3555                 1359.3665                 1380.8721             28901 
     1395.6553                 1403.2091                 1415.8163             28902 
     1422.3267                 1444.8883                 1481.8200             28903 
     1487.1831                 1500.8222                 1866.6009             28904 
     2993.6529                 3068.8371                 3080.1251             28905 
     3124.9859                 3159.7020                 3172.9712             28906 
     3188.5880                 3748.4196                 3787.9504             28907 
Zero-point correction (Hartree): 0.157016 28908 
 28909 
diHPCARP_Ic.pmtmmtmmd 28910 
--------------------- 28911 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18481813  28912 
Electronic state : 2-A 28913 
Cartesian coordinates (Angs): 28914 
     O       0.792610     -1.100212      -1.768563 28915 
     O       1.408891     -1.295120      -0.503878 28916 
     C       1.253948     -0.120830       0.260304 28917 
     C      -0.221380      0.225117       0.584799 28918 
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     C      -1.006087      0.957536      -0.497109 28919 
     O      -2.285597      1.353745       0.039717 28920 
     O      -3.153142      0.389280       0.010897 28921 
     H      -0.040079     -1.576186      -1.617252 28922 
     C       2.000096     -0.435639       1.556632 28923 
     H       3.017975     -0.749965       1.332649 28924 
     H       1.483498     -1.243001       2.072221 28925 
     H       2.028321      0.448675       2.190134 28926 
     C       1.994461      1.017495      -0.422623 28927 
     O       1.779939      2.176375      -0.200367 28928 
     H       2.793752      0.682974      -1.108304 28929 
     H      -0.203712      0.883419       1.456594 28930 
     O      -0.907072     -0.914280       1.068811 28931 
     O      -1.298283     -1.749671      -0.013366 28932 
     H      -2.210442     -1.441417      -0.145807 28933 
     H      -0.507716      1.887629      -0.751721 28934 
     H      -1.186589      0.364867      -1.386536 28935 
Rotational constants (GHz):    1.3101400    0.7610800    0.6420500 28936 
Vibrational harmonic frequencies (cm-1): 28937 
       76.0225                   95.8343                  113.5586             28938 
      141.5155                  175.3831                  192.3206             28939 
      202.9681                  214.8259                  230.9488             28940 
      267.4294                  278.4073                  302.1831             28941 
      315.8492                  342.9187                  378.4958             28942 
      501.9520                  523.6224                  549.8253             28943 
      567.3294                  573.3247                  603.9204             28944 
      712.8825                  838.3753                  908.1784             28945 
      938.1859                  967.7331                  975.6244             28946 
      978.8265                 1011.8006                 1059.3849             28947 
     1109.0448                 1135.4586                 1181.6216             28948 
     1248.2310                 1255.2444                 1261.1124             28949 
     1312.2623                 1342.7521                 1375.0471             28950 
     1394.8198                 1403.6395                 1409.4297             28951 
     1439.3140                 1458.5982                 1486.8148             28952 
     1490.5138                 1502.3223                 1861.3533             28953 
     2983.2434                 3077.5847                 3092.1067             28954 
     3148.6643                 3160.5153                 3167.0783             28955 
     3213.4838                 3713.2936                 3731.4429             28956 
Zero-point correction (Hartree): 0.157181 28957 
 28958 
diHPCARP_Ic.pmtmptmmd 28959 
--------------------- 28960 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18193222  28961 
Electronic state : 2-A 28962 
Cartesian coordinates (Angs): 28963 
     O       1.195877     -0.838005       1.881763 28964 
     O       1.255234      0.479291       1.320720 28965 
     C       1.137784      0.350496      -0.090215 28966 
     C      -0.278406      0.021839      -0.596034 28967 
     C      -0.994406     -1.021599       0.249129 28968 
     O      -2.281640     -1.302501      -0.331744 28969 
     O      -3.174215     -0.429543       0.023766 28970 
     H       1.924028     -0.798344       2.513090 28971 
     C       1.603857      1.696748      -0.632305 28972 
     H       2.656348      1.848654      -0.397391 28973 
     H       1.011664      2.486828      -0.176253 28974 
     H       1.459765      1.728259      -1.710298 28975 
     C       2.139826     -0.705047      -0.544549 28976 
     O       1.960969     -1.466601      -1.449476 28977 
     H       3.093133     -0.673676       0.015743 28978 
     H      -0.162792     -0.370039      -1.609129 28979 
     O      -1.072758      1.168421      -0.795490 28980 
     O      -1.358554      1.763869       0.462466 28981 
     H      -2.230261      1.378264       0.647744 28982 
     H      -0.453896     -1.964575       0.233066 28983 
     H      -1.149210     -0.689443       1.271236 28984 
Rotational constants (GHz):    1.3068200    0.7150300    0.6543400 28985 
Vibrational harmonic frequencies (cm-1): 28986 
       49.4704                   92.3640                  102.8438             28987 
      140.6819                  172.1356                  183.3150             28988 
      190.6870                  200.9976                  205.2196             28989 
      251.4025                  265.0823                  289.5952             28990 
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      318.7579                  335.3480                  346.5003             28991 
      399.3338                  493.3925                  509.7858             28992 
      575.3407                  580.3290                  590.5119             28993 
      700.7822                  826.9130                  909.8993             28994 
      932.8415                  969.3530                  987.5882             28995 
      990.0669                 1009.7450                 1041.7835             28996 
     1114.8820                 1143.9866                 1182.0535             28997 
     1229.2344                 1249.7906                 1259.5575             28998 
     1316.1868                 1340.3556                 1390.4031             28999 
     1391.7300                 1405.0296                 1406.7831             29000 
     1411.0720                 1441.6318                 1478.8392             29001 
     1484.8855                 1499.2165                 1873.1185             29002 
     2964.7918                 3078.6090                 3099.8798             29003 
     3128.2785                 3160.5083                 3171.5292             29004 
     3195.3768                 3733.3378                 3839.2889             29005 
Zero-point correction (Hartree): 0.156402 29006 
 29007 
diHPCARP_Ic.pmtpmtmmd 29008 
--------------------- 29009 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18065063  29010 
Electronic state : 2-A 29011 
Cartesian coordinates (Angs): 29012 
     O       1.191439     -1.237797      -1.567976 29013 
     O       1.647867     -1.151314      -0.224834 29014 
     C       1.207422      0.069120       0.332160 29015 
     C      -0.329581      0.151752       0.499677 29016 
     C      -1.117602      0.607840      -0.724599 29017 
     O      -2.523228      0.384162      -0.494614 29018 
     O      -2.982674      1.150737       0.448596 29019 
     H       0.429149     -1.826139      -1.449557 29020 
     C       1.875377      0.095754       1.705930 29021 
     H       2.951559     -0.030303       1.601227 29022 
     H       1.478511     -0.721645       2.305701 29023 
     H       1.669311      1.044988       2.196527 29024 
     C       1.782571      1.218470      -0.478929 29025 
     O       1.321248      2.325157      -0.480579 29026 
     H       2.703957      0.959222      -1.030767 29027 
     H      -0.538161      0.865569       1.298398 29028 
     O      -0.831388     -1.060736       1.036316 29029 
     O      -0.997875     -2.017023      -0.003684 29030 
     H      -1.958770     -2.002846      -0.116593 29031 
     H      -0.958719      1.668256      -0.896856 29032 
     H      -0.889058      0.039802      -1.619310 29033 
Rotational constants (GHz):    1.2260100    0.7847500    0.6465000 29034 
Vibrational harmonic frequencies (cm-1): 29035 
       54.5735                   77.9803                  104.1073             29036 
      114.1322                  152.7533                  178.7190             29037 
      194.5686                  208.8672                  235.3594             29038 
      255.9937                  293.2469                  304.2986             29039 
      315.8991                  332.6821                  374.9826             29040 
      385.4593                  494.5468                  507.3084             29041 
      552.6209                  574.3456                  612.9806             29042 
      735.9273                  810.0824                  917.6167             29043 
      939.1727                  960.2709                  977.4170             29044 
      986.3712                 1013.5339                 1057.6955             29045 
     1113.2969                 1132.4899                 1186.4850             29046 
     1238.5812                 1252.2088                 1258.4568             29047 
     1309.2919                 1334.3844                 1371.6863             29048 
     1396.1065                 1402.4941                 1407.9971             29049 
     1413.5449                 1447.4125                 1490.0963             29050 
     1498.7129                 1504.5734                 1862.8776             29051 
     2987.6985                 3076.1300                 3103.7784             29052 
     3140.7590                 3159.2246                 3165.2863             29053 
     3208.6388                 3739.5175                 3788.3707             29054 
Zero-point correction (Hartree): 0.156541 29055 
 29056 
diHPCARP_Ic.pmtpppmpd 29057 
--------------------- 29058 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18193829  29059 
Electronic state : 2-A 29060 
Cartesian coordinates (Angs): 29061 
     O      -1.259535      0.334422      -1.751194 29062 
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     O      -1.682956      0.697221      -0.443766 29063 
     C      -0.955948     -0.055711       0.510239 29064 
     C       0.561103      0.230540       0.478352 29065 
     C       1.308716     -0.304440      -0.732591 29066 
     O       2.692351     -0.528454      -0.385443 29067 
     O       2.809860     -1.500475       0.465340 29068 
     H      -1.845587     -0.417747      -1.930538 29069 
     C      -1.544143      0.366521       1.853612 29070 
     H      -2.623835      0.232863       1.840492 29071 
     H      -1.305873      1.411603       2.039136 29072 
     H      -1.117820     -0.234274       2.656117 29073 
     C      -1.213888     -1.541785       0.335784 29074 
     O      -1.989105     -1.990753      -0.462076 29075 
     H      -0.643877     -2.199984       1.018211 29076 
     H       0.985527     -0.264727       1.356598 29077 
     O       0.822377      1.598695       0.717807 29078 
     O       0.579218      2.356813      -0.458716 29079 
     H      -0.388148      2.403709      -0.489233 29080 
     H       0.904741     -1.255973      -1.074737 29081 
     H       1.322148      0.414020      -1.544054 29082 
Rotational constants (GHz):    1.1415700    0.7842700    0.6466900 29083 
Vibrational harmonic frequencies (cm-1): 29084 
       48.2675                   70.4852                  116.6495             29085 
      131.3362                  163.1805                  177.9077             29086 
      217.8658                  220.1739                  224.3580             29087 
      275.7636                  300.1171                  318.1655             29088 
      325.9586                  371.9201                  383.0789             29089 
      412.7953                  441.1284                  495.2802             29090 
      525.4047                  573.6978                  650.6243             29091 
      772.7501                  872.1381                  889.0621             29092 
      926.6830                  952.5583                  965.1144             29093 
      995.2507                  999.4967                 1051.2872             29094 
     1117.5058                 1143.1222                 1177.3419             29095 
     1205.3210                 1246.6834                 1286.7282             29096 
     1314.0460                 1331.8294                 1384.7291             29097 
     1402.6002                 1410.0725                 1421.8374             29098 
     1431.6789                 1445.0445                 1473.8533             29099 
     1491.3355                 1501.7883                 1858.6993             29100 
     2966.1868                 3076.1640                 3079.9161             29101 
     3112.6302                 3156.5863                 3169.9785             29102 
     3207.5869                 3749.7394                 3765.6590             29103 
Zero-point correction (Hartree): 0.156731 29104 
 29105 
diHPCARP_Ic.ppmmmtmpd 29106 
--------------------- 29107 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18262307  29108 
Electronic state : 2-A 29109 
Cartesian coordinates (Angs): 29110 
     O       0.921407      2.067817      -0.928867 29111 
     O       0.644353      1.613970       0.387850 29112 
     C      -0.364742      0.608606       0.350685 29113 
     C       0.083044     -0.576038      -0.546105 29114 
     C       1.075195     -1.523573       0.115516 29115 
     O       2.240223     -0.814235       0.586130 29116 
     O       2.841246     -0.185378      -0.374444 29117 
     H       1.808980      1.703388      -1.067891 29118 
     C      -0.555900      0.273551       1.827504 29119 
     H      -0.894595      1.160591       2.360201 29120 
     H       0.394238     -0.038292       2.257258 29121 
     H      -1.289662     -0.518273       1.942187 29122 
     C      -1.650531      1.241418      -0.173567 29123 
     O      -2.710529      0.675585      -0.187051 29124 
     H      -1.550953      2.291178      -0.494502 29125 
     H       0.554451     -0.146067      -1.428375 29126 
     O      -0.971641     -1.321003      -1.101351 29127 
     O      -1.733714     -1.918201      -0.059134 29128 
     H      -2.454887     -1.267887       0.014870 29129 
     H       0.661381     -2.007604       0.995705 29130 
     H       1.397890     -2.269254      -0.608722 29131 
Rotational constants (GHz):    1.2619800    0.8590200    0.6553200 29132 
Vibrational harmonic frequencies (cm-1): 29133 
       72.7441                  108.9680                  112.3133             29134 
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      166.0499                  167.3950                  176.8722             29135 
      202.4703                  213.5305                  237.3323             29136 
      269.9449                  276.5511                  299.6384             29137 
      331.5348                  358.6598                  409.1962             29138 
      426.8616                  448.8421                  522.0675             29139 
      588.9923                  596.3064                  632.0026             29140 
      653.9571                  786.9875                  925.1438             29141 
      950.3243                  968.6501                  983.5089             29142 
      989.8194                 1036.8454                 1054.3101             29143 
     1120.9475                 1147.2287                 1182.1916             29144 
     1227.3298                 1238.6771                 1258.9049             29145 
     1300.5386                 1349.9386                 1382.5101             29146 
     1400.0583                 1407.8686                 1422.5048             29147 
     1426.4108                 1470.1508                 1485.2469             29148 
     1496.9643                 1517.4606                 1849.7430             29149 
     3017.8323                 3086.4975                 3111.0889             29150 
     3134.1226                 3156.3659                 3182.5056             29151 
     3194.8167                 3666.4782                 3757.7295             29152 
Zero-point correction (Hartree): 0.157102 29153 
 29154 
diHPCARP_Ic.ppmmmtpmd 29155 
--------------------- 29156 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18348033  29157 
Electronic state : 2-A 29158 
Cartesian coordinates (Angs): 29159 
     O      -0.858324     -1.776643      -1.151178 29160 
     O      -0.688570     -1.629408       0.253045 29161 
     C       0.379713     -0.722990       0.469849 29162 
     C       0.041118      0.702756       0.003683 29163 
     C      -1.215581      1.301228       0.628337 29164 
     O      -2.404110      0.545401       0.326236 29165 
     O      -2.620431      0.486678      -0.951095 29166 
     H      -1.670087     -1.268676      -1.313831 29167 
     C       0.661092     -0.813695       1.963474 29168 
     H       1.060513     -1.796092       2.211799 29169 
     H      -0.267384     -0.680747       2.517405 29170 
     H       1.375308     -0.045921       2.252047 29171 
     C       1.586711     -1.274778      -0.281908 29172 
     O       2.401843     -0.618661      -0.868926 29173 
     H       1.661991     -2.375335      -0.226800 29174 
     H      -0.057436      0.718690      -1.080293 29175 
     O       1.094296      1.568990       0.391097 29176 
     O       1.746880      2.089472      -0.752954 29177 
     H       2.317507      1.337634      -0.990376 29178 
     H      -1.164342      1.317313       1.714649 29179 
     H      -1.347063      2.311373       0.244989 29180 
Rotational constants (GHz):    1.1566400    0.8507000    0.6725300 29181 
Vibrational harmonic frequencies (cm-1): 29182 
       41.0943                   80.1468                  104.3207             29183 
      137.2265                  146.8010                  178.8458             29184 
      198.5431                  220.4695                  228.2590             29185 
      258.9609                  281.4440                  318.8804             29186 
      338.2250                  345.6939                  389.6120             29187 
      426.1874                  441.7570                  520.9360             29188 
      558.7299                  580.6058                  598.8991             29189 
      676.6224                  762.2890                  926.0180             29190 
      954.1142                  969.5735                  980.4526             29191 
     1029.7634                 1042.7394                 1054.7135             29192 
     1123.0047                 1138.0771                 1186.9041             29193 
     1225.2727                 1256.8852                 1273.2789             29194 
     1302.1226                 1338.9551                 1379.2603             29195 
     1401.1484                 1405.2700                 1415.3707             29196 
     1440.6758                 1476.2641                 1485.8384             29197 
     1491.2527                 1511.6214                 1861.0903             29198 
     2990.5248                 3075.2933                 3108.6897             29199 
     3130.9034                 3146.9571                 3170.1017             29200 
     3174.0127                 3684.1745                 3718.1791             29201 
Zero-point correction (Hartree): 0.156517 29202 
 29203 
diHPCARP_Ic.ppmpmptpd 29204 
--------------------- 29205 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18186222  29206 
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Electronic state : 2-A 29207 
Cartesian coordinates (Angs): 29208 
     O      -0.581980     -1.891101      -1.160807 29209 
     O      -0.408099     -1.722729       0.242350 29210 
     C       0.554552     -0.703006       0.438451 29211 
     C       0.043416      0.664338      -0.049835 29212 
     C      -1.368023      0.992816       0.415291 29213 
     O      -2.286917      0.263343      -0.427448 29214 
     O      -3.521383      0.459928      -0.080103 29215 
     H      -1.433566     -1.450451      -1.303124 29216 
     C       0.851064     -0.736319       1.932628 29217 
     H       1.299011     -1.692906       2.198338 29218 
     H      -0.074312     -0.631177       2.496774 29219 
     H       1.529818      0.071515       2.192705 29220 
     C       1.822819     -1.103083      -0.301878 29221 
     O       2.573392     -0.329107      -0.830326 29222 
     H       2.020999     -2.189176      -0.292507 29223 
     H       0.059598      0.689962      -1.139750 29224 
     O       0.908351      1.673798       0.440518 29225 
     O       1.571899      2.308380      -0.638805 29226 
     H       2.257869      1.649535      -0.844071 29227 
     H      -1.569233      0.708904       1.446434 29228 
     H      -1.555245      2.055214       0.274225 29229 
Rotational constants (GHz):    1.1987700    0.7632500    0.5965800 29230 
Vibrational harmonic frequencies (cm-1): 29231 
       47.7099                   71.8135                   76.8656             29232 
      112.0963                  139.4455                  166.7202             29233 
      187.7744                  198.0627                  212.8526             29234 
      248.9292                  283.9820                  297.6800             29235 
      326.3374                  347.0919                  388.4708             29236 
      442.4513                  466.6071                  491.8440             29237 
      545.0876                  566.9281                  605.6824             29238 
      682.3476                  770.9593                  925.4096             29239 
      952.2680                  977.0462                  997.0325             29240 
     1030.8177                 1052.0834                 1054.2716             29241 
     1134.1523                 1140.0192                 1179.9282             29242 
     1220.2046                 1255.9810                 1272.7846             29243 
     1292.3356                 1340.0196                 1369.3278             29244 
     1399.6267                 1408.5863                 1421.3254             29245 
     1430.7252                 1478.1848                 1488.2859             29246 
     1495.4242                 1507.2758                 1857.1876             29247 
     2996.7417                 3079.3180                 3103.1895             29248 
     3108.8596                 3149.7666                 3167.1904             29249 
     3178.4653                 3695.2117                 3760.5147             29250 
Zero-point correction (Hartree): 0.156276 29251 
 29252 
diHPCARP_Ic.ppmpmtpmd 29253 
--------------------- 29254 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18186226  29255 
Electronic state : 2-A 29256 
Cartesian coordinates (Angs): 29257 
     O      -0.582089     -1.890964      -1.160955 29258 
     O      -0.408329     -1.722597       0.242179 29259 
     C       0.554418     -0.702966       0.438520 29260 
     C       0.043478      0.664474      -0.049774 29261 
     C      -1.367941      0.992875       0.415452 29262 
     O      -2.286798      0.263568      -0.427585 29263 
     O      -3.521259      0.460083      -0.080161 29264 
     H      -1.433552     -1.450136      -1.303478 29265 
     C       0.850691     -0.736432       1.932727 29266 
     H       1.298249     -1.693199       2.198428 29267 
     H      -0.074728     -0.631018       2.496732 29268 
     H       1.529707      0.071117       2.192977 29269 
     C       1.822707     -1.103186      -0.301718 29270 
     O       2.573389     -0.329329      -0.830161 29271 
     H       2.020759     -2.189299      -0.292262 29272 
     H       0.059563      0.689985      -1.139693 29273 
     O       0.908519      1.673831       0.440456 29274 
     O       1.572350      2.308069      -0.638915 29275 
     H       2.258149      1.648988      -0.844015 29276 
     H      -1.569147      0.708422       1.446440 29277 
     H      -1.555384      2.055261       0.274783 29278 
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Rotational constants (GHz):    1.1988100    0.7632500    0.5966000 29279 
Vibrational harmonic frequencies (cm-1): 29280 
       47.7238                   71.8705                   76.7950             29281 
      112.1789                  139.4018                  166.7596             29282 
      187.6357                  198.0473                  212.8421             29283 
      248.9969                  283.8897                  297.6826             29284 
      326.3242                  347.0621                  388.4602             29285 
      442.5774                  466.6013                  491.8595             29286 
      545.1043                  566.9826                  605.6806             29287 
      682.3576                  770.9447                  925.3624             29288 
      952.2456                  977.0237                  996.9276             29289 
     1030.8060                 1052.1380                 1054.2047             29290 
     1134.1905                 1140.0878                 1179.9062             29291 
     1220.1682                 1255.9621                 1272.7698             29292 
     1292.2930                 1340.0236                 1369.2765             29293 
     1399.6132                 1408.5785                 1421.3265             29294 
     1430.7268                 1478.2186                 1488.2529             29295 
     1495.4059                 1507.2710                 1857.2473             29296 
     2996.7629                 3079.3733                 3103.2792             29297 
     3108.9025                 3149.8252                 3167.3520             29298 
     3178.5278                 3695.0189                 3760.4736             29299 
Zero-point correction (Hartree): 0.156276 29300 
 29301 
diHPCARP_Ic.ppppppmmd 29302 
--------------------- 29303 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18118512  29304 
Electronic state : 2-A 29305 
Cartesian coordinates (Angs): 29306 
     O       2.272071     -1.348838      -0.913133 29307 
     O       1.596627     -1.265073       0.333401 29308 
     C       0.793342     -0.095736       0.383620 29309 
     C      -0.253320     -0.174550      -0.748880 29310 
     C      -1.357877     -1.195433      -0.529445 29311 
     O      -2.289108     -0.853421       0.520767 29312 
     O      -3.249327     -0.094456       0.094665 29313 
     H       3.020526     -0.750978      -0.756120 29314 
     C       0.251095     -0.101914       1.810203 29315 
     H       1.087646     -0.037971       2.504712 29316 
     H      -0.282421     -1.031064       1.999821 29317 
     H      -0.425815      0.732703       1.966037 29318 
     C       1.648208      1.159190       0.227960 29319 
     O       2.840408      1.115427       0.085657 29320 
     H       1.107920      2.115126       0.301568 29321 
     H       0.297467     -0.538433      -1.619770 29322 
     O      -0.712694      1.085503      -1.195011 29323 
     O      -1.238869      1.829342      -0.101811 29324 
     H      -2.190400      1.674130      -0.192415 29325 
     H      -1.940392     -1.318369      -1.439737 29326 
     H      -0.916089     -2.142354      -0.221118 29327 
Rotational constants (GHz):    1.5644900    0.6856100    0.6074600 29328 
Vibrational harmonic frequencies (cm-1): 29329 
       65.5450                   66.7680                   97.6887             29330 
      137.5724                  182.1185                  196.2874             29331 
      210.7535                  234.0013                  250.2984             29332 
      267.9179                  286.0434                  311.1984             29333 
      328.1206                  354.7104                  382.7548             29334 
      432.8407                  495.9039                  512.0285             29335 
      542.1236                  555.7870                  611.7679             29336 
      806.6330                  818.3366                  867.0057             29337 
      929.6967                  950.7670                  957.0182             29338 
      997.8725                 1021.2422                 1052.6837             29339 
     1075.2338                 1144.5030                 1167.1623             29340 
     1238.3292                 1262.4590                 1277.1396             29341 
     1331.5857                 1361.9446                 1388.5466             29342 
     1394.7248                 1403.5835                 1415.9407             29343 
     1422.8238                 1441.8029                 1469.4108             29344 
     1490.7587                 1504.8409                 1849.1219             29345 
     3038.0301                 3083.2585                 3091.2365             29346 
     3103.4994                 3156.6602                 3168.1860             29347 
     3186.5548                 3735.8298                 3770.0079             29348 
Zero-point correction (Hartree): 0.156958 29349 
 29350 
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diHPCARP_Ic.pppppptpd 29351 
--------------------- 29352 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.21164044  29353 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09635753  29354 
     T1 diagnostic:  0.020031  29355 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.05077172  29356 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07357021  29357 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05394254  29358 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07543930  29359 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.54290918  29360 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53772682  29361 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18602223  29362 
Electronic state : 2-A 29363 
Cartesian coordinates (Angs): 29364 
     O       1.901724     -1.236812      -1.272631 29365 
     O       1.504093     -1.263142       0.092400 29366 
     C       0.897311     -0.033348       0.423073 29367 
     C      -0.283275      0.266062      -0.530827 29368 
     C      -1.185703     -0.932258      -0.801332 29369 
     O      -1.965967     -1.285390       0.354334 29370 
     O      -2.987547     -0.497828       0.507833 29371 
     H       2.770291     -0.810579      -1.202853 29372 
     C       0.494381     -0.171760       1.886635 29373 
     H       1.386978     -0.344964       2.485776 29374 
     H      -0.183441     -1.012797       2.008231 29375 
     H      -0.004172      0.732889       2.226903 29376 
     C       1.901117      1.106826       0.308466 29377 
     O       3.044098      0.941613      -0.019046 29378 
     H       1.507462      2.107705       0.555093 29379 
     H       0.112179      0.574280      -1.502681 29380 
     O      -0.971216      1.345812       0.060636 29381 
     O      -1.942547      1.811454      -0.860098 29382 
     H      -2.727469      1.332150      -0.548248 29383 
     H      -1.878884     -0.709341      -1.608950 29384 
     H      -0.587025     -1.808126      -1.036783 29385 
Rotational constants (GHz):    1.4884200    0.6793500    0.6054400 29386 
Vibrational harmonic frequencies (cm-1): 29387 
       34.9619                   75.3424                   99.2385             29388 
      149.5395                  174.1478                  176.5562             29389 
      206.3859                  218.8385                  242.8983             29390 
      250.9283                  295.2067                  308.1161             29391 
      313.0974                  346.0364                  408.5670             29392 
      447.2392                  483.3846                  515.6812             29393 
      521.2268                  559.3409                  659.4319             29394 
      769.1411                  831.6278                  875.1743             29395 
      923.0011                  934.0307                  991.8552             29396 
     1000.1645                 1044.1280                 1055.1054             29397 
     1074.2578                 1158.2361                 1176.8835             29398 
     1236.9282                 1260.5532                 1287.2137             29399 
     1319.6289                 1360.3818                 1377.0899             29400 
     1399.7821                 1415.0905                 1416.9621             29401 
     1427.0692                 1451.0365                 1480.1303             29402 
     1490.5870                 1503.9038                 1855.9502             29403 
     2999.5532                 3067.8601                 3084.5770             29404 
     3119.3768                 3163.6461                 3177.3477             29405 
     3185.5029                 3734.5769                 3749.1929             29406 
Zero-point correction (Hartree): 0.156929 29407 
 29408 
diHPCARP_Ic.pppppttpd 29409 
--------------------- 29410 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18028634  29411 
Electronic state : 2-A 29412 
Cartesian coordinates (Angs): 29413 
     O       1.857664     -1.414085      -1.214231 29414 
     O       1.405844     -1.430654       0.143453 29415 
     C       0.949278     -0.118511       0.444648 29416 
     C      -0.190119      0.302096      -0.501632 29417 
     C      -1.113715     -0.838796      -0.909101 29418 
     O      -1.861149     -1.340006       0.213771 29419 
     O      -2.879132     -0.581678       0.492829 29420 
     H       2.735684     -1.803769      -1.125213 29421 
     C       0.556300     -0.188327       1.914051 29422 
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     H       1.427845     -0.466833       2.505707 29423 
     H      -0.222703     -0.933564       2.056907 29424 
     H       0.185988      0.778729       2.243383 29425 
     C       2.148263      0.818716       0.307455 29426 
     O       2.148094      1.851787      -0.289302 29427 
     H       3.048393      0.444632       0.836201 29428 
     H       0.242586      0.711586      -1.418092 29429 
     O      -0.882402      1.322775       0.184440 29430 
     O      -1.852047      1.868700      -0.691696 29431 
     H      -2.641942      1.381605      -0.407510 29432 
     H      -1.828436     -0.495896      -1.652936 29433 
     H      -0.542434     -1.682271      -1.285083 29434 
Rotational constants (GHz):    1.2995900    0.7730900    0.6336900 29435 
Vibrational harmonic frequencies (cm-1): 29436 
       52.0892                   78.6452                   90.9222             29437 
      131.1388                  139.5588                  157.3706             29438 
      180.6049                  206.4963                  212.0623             29439 
      236.3332                  245.0966                  273.1641             29440 
      321.7172                  333.0144                  372.6890             29441 
      395.5444                  505.2372                  508.5566             29442 
      535.6317                  560.3148                  615.3415             29443 
      727.1830                  799.1606                  897.5745             29444 
      927.8690                  956.4523                  990.3874             29445 
     1005.9294                 1037.4930                 1050.8259             29446 
     1072.1858                 1151.3895                 1203.2182             29447 
     1225.2727                 1246.6958                 1275.7122             29448 
     1321.9995                 1353.4803                 1383.1733             29449 
     1389.4304                 1397.8562                 1410.8320             29450 
     1415.8719                 1446.5844                 1485.0572             29451 
     1490.7441                 1502.7318                 1887.8536             29452 
     2935.8870                 3080.5592                 3081.4214             29453 
     3124.5822                 3159.3313                 3180.3835             29454 
     3191.5589                 3742.5161                 3838.1614             29455 
Zero-point correction (Hartree): 0.156143 29456 
 29457 
diHPCARP_Ic.pptmppmmd 29458 
--------------------- 29459 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18549850  29460 
Electronic state : 2-A 29461 
Cartesian coordinates (Angs): 29462 
     O      -1.666967      1.934239      -0.057485 29463 
     O      -1.545919      0.905798       0.917091 29464 
     C      -1.012014     -0.252235       0.305171 29465 
     C       0.334890      0.073634      -0.388002 29466 
     C       1.227423      0.926783       0.497959 29467 
     O       2.403781      1.323239      -0.232732 29468 
     O       3.300052      0.386168      -0.280600 29469 
     H      -2.535478      1.726652      -0.436428 29470 
     C      -0.927549     -1.279639       1.426285 29471 
     H      -1.911353     -1.368179       1.885268 29472 
     H      -0.210452     -0.968322       2.182066 29473 
     H      -0.615932     -2.244544       1.035304 29474 
     C      -1.969758     -0.785766      -0.750978 29475 
     O      -3.033316     -0.280772      -0.985605 29476 
     H      -1.620778     -1.681192      -1.293498 29477 
     H       0.128862      0.642673      -1.296897 29478 
     O       0.970831     -1.084976      -0.889486 29479 
     O       1.583891     -1.811126       0.166953 29480 
     H       2.483058     -1.445027       0.132063 29481 
     H       0.718609      1.853483       0.746504 29482 
     H       1.546696      0.407233       1.397921 29483 
Rotational constants (GHz):    1.5277900    0.6655900    0.5635600 29484 
Vibrational harmonic frequencies (cm-1): 29485 
       55.9927                   80.3486                  113.5244             29486 
      134.8332                  175.8005                  198.0797             29487 
      218.6916                  242.4701                  257.1780             29488 
      279.0553                  294.3402                  302.3048             29489 
      322.7345                  330.1908                  385.0842             29490 
      461.9964                  500.2947                  528.5662             29491 
      543.4721                  562.1491                  643.1933             29492 
      751.2171                  839.1823                  877.9834             29493 
      927.3048                  959.8300                  980.1612             29494 
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      996.9577                 1012.9272                 1048.9464             29495 
     1111.1151                 1149.8560                 1177.9713             29496 
     1233.4880                 1257.0803                 1274.6648             29497 
     1319.1392                 1345.1925                 1377.8311             29498 
     1403.9945                 1411.6452                 1418.1901             29499 
     1426.0588                 1455.0392                 1480.0701             29500 
     1486.7731                 1500.9435                 1854.6851             29501 
     2996.1294                 3083.4201                 3093.7133             29502 
     3125.8689                 3161.1747                 3177.9259             29503 
     3194.0318                 3727.4379                 3754.0313             29504 
Zero-point correction (Hartree): 0.157244 29505 
 29506 
diHPCARP_Ic.pptmppppd 29507 
--------------------- 29508 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18082102  29509 
Electronic state : 2-A 29510 
Cartesian coordinates (Angs): 29511 
     O       1.500674     -1.453671      -1.412726 29512 
     O       1.404597     -1.484245       0.005176 29513 
     C       0.933450     -0.237179       0.475562 29514 
     C      -0.451431      0.074434      -0.133061 29515 
     C      -1.491688     -0.939783       0.296436 29516 
     O      -2.637991     -0.827292      -0.563592 29517 
     O      -3.561705     -0.069074      -0.052757 29518 
     H       2.358692     -1.014685      -1.527620 29519 
     C       0.881100     -0.377118       1.993041 29520 
     H       1.888048     -0.475598       2.395040 29521 
     H       0.317755     -1.268094       2.264585 29522 
     H       0.402297      0.498424       2.428571 29523 
     C       1.933088      0.869849       0.156135 29524 
     O       2.933320      0.675836      -0.480147 29525 
     H       1.707349      1.856981       0.588132 29526 
     H      -0.375216      0.061332      -1.219934 29527 
     O      -0.923404      1.340560       0.293415 29528 
     O      -0.350603      2.332706      -0.547469 29529 
     H      -1.115605      2.606247      -1.070442 29530 
     H      -1.101832     -1.946662       0.159406 29531 
     H      -1.827701     -0.777716       1.318370 29532 
Rotational constants (GHz):    1.3813200    0.6565800    0.5675400 29533 
Vibrational harmonic frequencies (cm-1): 29534 
       37.1151                   58.4786                   72.8933             29535 
       88.9026                  123.0039                  167.3128             29536 
      201.1923                  234.5301                  239.5372             29537 
      257.9527                  278.6494                  292.8626             29538 
      308.7797                  337.6209                  360.8927             29539 
      391.0400                  476.8285                  509.7227             29540 
      537.1894                  559.4069                  564.3672             29541 
      732.1408                  842.1519                  888.5583             29542 
      930.3912                  956.6025                  993.4674             29543 
      999.2160                 1048.9716                 1051.6972             29544 
     1114.9060                 1143.2248                 1179.2805             29545 
     1238.9176                 1256.2211                 1269.9902             29546 
     1320.3497                 1332.3738                 1374.5217             29547 
     1401.7981                 1409.7248                 1412.6168             29548 
     1421.3417                 1442.0429                 1471.4062             29549 
     1491.8208                 1509.8623                 1849.8404             29550 
     3025.0926                 3077.0476                 3106.8176             29551 
     3117.6239                 3155.6176                 3161.9061             29552 
     3176.7261                 3738.0510                 3811.8173             29553 
Zero-point correction (Hartree): 0.156174 29554 
 29555 
diHPCARP_Ic.pptmpptpd 29556 
--------------------- 29557 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18291850  29558 
Electronic state : 2-A 29559 
Cartesian coordinates (Angs): 29560 
     O       1.617483     -1.703510      -0.912169 29561 
     O       1.619216     -1.221598       0.424945 29562 
     C       1.069434      0.077027       0.445583 29563 
     C      -0.349240      0.094012      -0.171722 29564 
     C      -1.173696     -1.081472       0.327124 29565 
     O      -2.429824     -1.150481      -0.378526 29566 
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     O      -3.326804     -0.369346       0.136954 29567 
     H       2.453875     -1.338163      -1.240908 29568 
     C       1.088000      0.490025       1.912455 29569 
     H       2.112256      0.453830       2.279565 29570 
     H       0.483382     -0.193863       2.504690 29571 
     H       0.695107      1.497562       2.025378 29572 
     C       1.942136      1.042596      -0.345047 29573 
     O       2.969629      0.709927      -0.868688 29574 
     H       1.566574      2.077955      -0.406226 29575 
     H      -0.282086      0.048003      -1.259466 29576 
     O      -0.901371      1.347024       0.193697 29577 
     O      -1.771484      1.792911      -0.833318 29578 
     H      -2.633983      1.496563      -0.506675 29579 
     H      -0.670244     -2.017917       0.102129 29580 
     H      -1.399443     -0.996516       1.387995 29581 
Rotational constants (GHz):    1.4808700    0.6422700    0.5601300 29582 
Vibrational harmonic frequencies (cm-1): 29583 
       38.7520                   58.0242                   93.3507             29584 
      122.7498                  150.9027                  170.9353             29585 
      196.8673                  206.3389                  218.0166             29586 
      271.4462                  286.0121                  288.9075             29587 
      321.6434                  364.6573                  409.9130             29588 
      440.2096                  459.9788                  486.0004             29589 
      487.3685                  537.5193                  569.5035             29590 
      753.3012                  857.9431                  897.1113             29591 
      923.6354                  966.5326                  990.0481             29592 
      995.5514                 1047.5817                 1056.2891             29593 
     1104.5643                 1139.8872                 1176.5126             29594 
     1236.3793                 1260.3854                 1283.1661             29595 
     1322.5190                 1332.9697                 1377.9362             29596 
     1399.8546                 1412.3266                 1418.0692             29597 
     1425.9389                 1430.2354                 1468.8904             29598 
     1490.9391                 1504.5011                 1855.7536             29599 
     3004.3956                 3083.5170                 3099.1998             29600 
     3115.3021                 3159.8867                 3174.1946             29601 
     3187.4900                 3750.6034                 3772.1382             29602 
Zero-point correction (Hartree): 0.156407 29603 
 29604 
diHPCARP_Ic.pptpmtmpd 29605 
--------------------- 29606 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18175617  29607 
Electronic state : 2-A 29608 
Cartesian coordinates (Angs): 29609 
     O       0.647491      2.244916      -0.630450 29610 
     O       0.091613      1.769979       0.588031 29611 
     C      -0.680249      0.595402       0.349406 29612 
     C       0.249388     -0.470286      -0.284633 29613 
     C       1.351553     -0.893130       0.678283 29614 
     O       2.620173     -0.954068      -0.013051 29615 
     O       2.981204      0.220293      -0.425756 29616 
     H       1.562476      1.924915      -0.567160 29617 
     C      -1.247244      0.267639       1.728679 29618 
     H      -1.632805      1.186424       2.168951 29619 
     H      -0.481512     -0.133869       2.387934 29620 
     H      -2.052884     -0.453108       1.647530 29621 
     C      -1.831002      0.906182      -0.597970 29622 
     O      -2.702915      0.110541      -0.822877 29623 
     H      -1.827092      1.911567      -1.048163 29624 
     H       0.725316      0.008680      -1.140466 29625 
     O      -0.401474     -1.554974      -0.891461 29626 
     O      -1.226349     -2.210412       0.060656 29627 
     H      -2.086158     -1.813902      -0.161011 29628 
     H       1.482508     -0.179712       1.488814 29629 
     H       1.177523     -1.896038       1.060239 29630 
Rotational constants (GHz):    1.2268600    0.8197700    0.6183600 29631 
Vibrational harmonic frequencies (cm-1): 29632 
       63.5339                   84.3133                  113.4566             29633 
      146.9652                  158.4043                  173.4479             29634 
      190.2733                  196.0567                  246.2281             29635 
      270.2744                  289.0156                  299.3062             29636 
      310.9879                  341.8770                  424.7347             29637 
      475.3137                  511.8753                  519.2765             29638 
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      570.8102                  581.9267                  645.9108             29639 
      676.0247                  840.5553                  911.8188             29640 
      938.4360                  956.1343                  978.9433             29641 
      996.3296                 1007.4828                 1050.5084             29642 
     1117.1853                 1165.6130                 1171.6421             29643 
     1227.7505                 1249.3592                 1257.9937             29644 
     1328.4172                 1336.4130                 1393.4314             29645 
     1405.4636                 1417.9803                 1429.7337             29646 
     1445.3380                 1457.8724                 1481.3939             29647 
     1488.2613                 1502.3857                 1848.5681             29648 
     3024.5173                 3090.0483                 3112.6464             29649 
     3121.2795                 3161.0436                 3182.7429             29650 
     3200.7965                 3714.6608                 3722.8252             29651 
Zero-point correction (Hartree): 0.157252 29652 
 29653 
diHPCARP_Ic.pptpmtpmd 29654 
--------------------- 29655 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18440380  29656 
Electronic state : 2-A 29657 
Cartesian coordinates (Angs): 29658 
     O      -0.435076     -1.984195      -1.080953 29659 
     O      -0.082080     -1.850407       0.291524 29660 
     C       0.687000     -0.668171       0.424885 29661 
     C      -0.171935      0.577132       0.121787 29662 
     C      -1.482095      0.545519       0.909584 29663 
     O      -2.617209      0.759709       0.041622 29664 
     O      -2.759847     -0.211568      -0.802630 29665 
     H      -1.324926     -1.589748      -1.097500 29666 
     C       1.205208     -0.684740       1.857399 29667 
     H       1.844208     -1.552481       2.015129 29668 
     H       0.369982     -0.748833       2.554344 29669 
     H       1.767710      0.225257       2.051285 29670 
     C       1.882902     -0.796068      -0.507950 29671 
     O       2.437109      0.121071      -1.049083 29672 
     H       2.238830     -1.834481      -0.622436 29673 
     H      -0.403632      0.605315      -0.942809 29674 
     O       0.533703      1.757657       0.459025 29675 
     O       0.950565      2.431529      -0.715319 29676 
     H       1.727456      1.903688      -0.970247 29677 
     H      -1.648922     -0.408531       1.404586 29678 
     H      -1.514503      1.367407       1.619927 29679 
Rotational constants (GHz):    1.1178100    0.8398800    0.6514700 29680 
Vibrational harmonic frequencies (cm-1): 29681 
       54.4086                   75.4121                   90.9455             29682 
      132.6174                  147.6555                  185.4117             29683 
      200.8242                  215.6480                  236.9020             29684 
      262.6543                  284.5037                  299.2830             29685 
      325.5333                  356.7832                  437.7981             29686 
      463.6147                  526.4415                  557.0942             29687 
      571.0733                  585.1704                  596.3219             29688 
      664.8365                  827.1411                  916.4524             29689 
      930.5966                  962.2255                  981.6842             29690 
     1014.0501                 1050.9046                 1054.5198             29691 
     1104.0524                 1153.6570                 1175.3109             29692 
     1232.8508                 1259.3388                 1269.9458             29693 
     1322.4369                 1340.4139                 1365.7086             29694 
     1402.6898                 1410.3708                 1419.4441             29695 
     1467.1176                 1482.5464                 1486.5467             29696 
     1492.0366                 1502.6901                 1859.3673             29697 
     3001.2601                 3075.2228                 3112.0676             29698 
     3116.4571                 3146.6913                 3173.0814             29699 
     3180.5472                 3677.4897                 3684.0943             29700 
Zero-point correction (Hartree): 0.157016 29701 
 29702 
diHPCARP_Ic.pptpppmmd 29703 
--------------------- 29704 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18205996  29705 
Electronic state : 2-A 29706 
Cartesian coordinates (Angs): 29707 
     O       1.405074     -1.987874       0.277713 29708 
     O       1.446804     -0.794969       1.050778 29709 
     C       1.020750      0.286417       0.246104 29710 
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     C      -0.390611      0.012241      -0.324973 29711 
     C      -1.292940     -0.624818       0.719541 29712 
     O      -2.653563     -0.622290       0.246576 29713 
     O      -2.804162     -1.406569      -0.778574 29714 
     H       2.274931     -1.960821      -0.150459 29715 
     C       1.103846      1.509269       1.149915 29716 
     H       2.119586      1.588248       1.534553 29717 
     H       0.414705      1.417805       1.985831 29718 
     H       0.852129      2.408846       0.593345 29719 
     C       1.974810      0.496820      -0.919285 29720 
     O       2.969323     -0.154892      -1.083143 29721 
     H       1.688813      1.302904      -1.618041 29722 
     H      -0.316654     -0.673028      -1.170921 29723 
     O      -0.952222      1.170460      -0.917506 29724 
     O      -1.507442      2.009390       0.088884 29725 
     H      -2.452094      1.838284      -0.030689 29726 
     H      -0.985525     -1.650255       0.905467 29727 
     H      -1.321503     -0.057602       1.645262 29728 
Rotational constants (GHz):    1.3775400    0.6982300    0.5807800 29729 
Vibrational harmonic frequencies (cm-1): 29730 
       61.5681                   66.2240                   90.9980             29731 
      126.5646                  148.0138                  169.2519             29732 
      200.5924                  242.7002                  254.6028             29733 
      280.5349                  288.8220                  299.0872             29734 
      314.3516                  343.3227                  372.0013             29735 
      383.8627                  462.2386                  491.5937             29736 
      530.9327                  542.0022                  691.7423             29737 
      735.6408                  835.9126                  881.1332             29738 
      925.4159                  966.5360                  973.4197             29739 
      987.2166                 1018.6282                 1049.6605             29740 
     1112.6011                 1150.2888                 1181.8413             29741 
     1231.5432                 1244.2451                 1284.1181             29742 
     1311.7824                 1343.5078                 1374.4218             29743 
     1403.5039                 1411.3621                 1418.4939             29744 
     1421.5318                 1425.4754                 1479.5928             29745 
     1491.8342                 1502.1200                 1856.5316             29746 
     2985.6933                 3084.4255                 3102.4143             29747 
     3130.2263                 3163.0072                 3175.5801             29748 
     3194.1745                 3752.6743                 3792.6417             29749 
Zero-point correction (Hartree): 0.156647 29750 
 29751 
diHPCARP_Ic.pptpppppd 29752 
--------------------- 29753 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18122456  29754 
Electronic state : 2-A 29755 
Cartesian coordinates (Angs): 29756 
     O       0.894125     -2.127992      -0.382506 29757 
     O       1.211552     -1.318189       0.743345 29758 
     C       0.974768      0.037051       0.412708 29759 
     C      -0.495381      0.238273      -0.055617 29760 
     C      -1.446054     -0.653395       0.722537 29761 
     O      -2.794485     -0.459948       0.250791 29762 
     O      -2.934430     -0.881785      -0.968161 29763 
     H       1.717386     -2.062756      -0.892163 29764 
     C       1.282190      0.820067       1.681176 29765 
     H       2.286261      0.571408       2.020658 29766 
     H       0.572372      0.567087       2.465985 29767 
     H       1.216621      1.888187       1.486229 29768 
     C       1.957796      0.479601      -0.668335 29769 
     O       2.714451     -0.279494      -1.211129 29770 
     H       1.947492      1.553429      -0.910858 29771 
     H      -0.602912      0.012302      -1.117828 29772 
     O      -0.945321      1.556807       0.194802 29773 
     O      -0.283310      2.425183      -0.714353 29774 
     H      -1.014383      2.706312      -1.279379 29775 
     H      -1.181941     -1.697992       0.594216 29776 
     H      -1.481477     -0.384218       1.776029 29777 
Rotational constants (GHz):    1.2161400    0.7390000    0.5984300 29778 
Vibrational harmonic frequencies (cm-1): 29779 
       33.0307                   48.7569                   79.6960             29780 
       93.4703                  146.1623                  187.5634             29781 
      213.1509                  222.2999                  230.2454             29782 
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      247.8516                  256.8138                  300.1984             29783 
      306.4686                  317.2461                  361.0181             29784 
      387.8990                  466.0223                  502.5674             29785 
      532.0320                  569.0645                  595.0857             29786 
      740.6591                  839.2478                  889.2491             29787 
      921.0814                  957.1576                  975.8400             29788 
     1004.3976                 1049.1226                 1049.3158             29789 
     1126.0675                 1141.5436                 1185.8734             29790 
     1222.4015                 1249.4655                 1271.9122             29791 
     1325.4362                 1340.4183                 1372.4745             29792 
     1399.3793                 1411.5447                 1419.7213             29793 
     1421.2122                 1432.9350                 1474.6868             29794 
     1488.5277                 1500.2366                 1848.7754             29795 
     3027.6242                 3082.4275                 3096.7708             29796 
     3125.2291                 3161.3372                 3169.4311             29797 
     3197.7136                 3743.5129                 3816.9725             29798 
Zero-point correction (Hartree): 0.156228 29799 
 29800 
diHPCARP_Ic.pptppptpd 29801 
--------------------- 29802 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18178891  29803 
Electronic state : 2-A 29804 
Cartesian coordinates (Angs): 29805 
     O       1.319888     -1.924420      -0.567035 29806 
     O       1.528971     -1.166276       0.616689 29807 
     C       1.093581      0.156819       0.394053 29808 
     C      -0.386464      0.182078      -0.046229 29809 
     C      -1.218366     -0.806024       0.753648 29810 
     O      -2.609877     -0.635438       0.410734 29811 
     O      -2.876577     -1.136017      -0.759983 29812 
     H       2.136879     -1.735564      -1.054609 29813 
     C       1.339775      0.880751       1.712405 29814 
     H       2.393906      0.795448       1.970532 29815 
     H       0.750081      0.431059       2.508610 29816 
     H       1.069458      1.930137       1.623573 29817 
     C       1.925101      0.825890      -0.690390 29818 
     O       2.855888      0.289076      -1.224595 29819 
     H       1.611841      1.849982      -0.958125 29820 
     H      -0.475041     -0.057540      -1.106616 29821 
     O      -0.832380      1.515068       0.152965 29822 
     O      -1.795877      1.836272      -0.836381 29823 
     H      -2.624392      1.553636      -0.424221 29824 
     H      -0.931384     -1.832183       0.540172 29825 
     H      -1.173388     -0.598177       1.820599 29826 
Rotational constants (GHz):    1.3605900    0.6721500    0.5828100 29827 
Vibrational harmonic frequencies (cm-1): 29828 
       57.6652                   62.3981                   81.8415             29829 
      117.3698                  130.6411                  150.3263             29830 
      198.1335                  205.9111                  221.2592             29831 
      264.1777                  271.2036                  294.6066             29832 
      316.6169                  362.5853                  371.0664             29833 
      408.0716                  443.6998                  484.1518             29834 
      488.5944                  543.0294                  582.2772             29835 
      758.5169                  858.8736                  897.5981             29836 
      923.0668                  966.5993                  975.1957             29837 
     1002.7591                 1045.6722                 1055.4415             29838 
     1112.0578                 1142.1428                 1178.7280             29839 
     1236.4512                 1240.1556                 1287.7472             29840 
     1314.2089                 1336.1890                 1367.0615             29841 
     1403.0497                 1413.0863                 1417.8186             29842 
     1426.8001                 1427.0843                 1471.9128             29843 
     1492.6448                 1503.5238                 1857.4078             29844 
     2994.8384                 3083.2634                 3103.4630             29845 
     3116.6866                 3159.8968                 3173.2711             29846 
     3185.5970                 3753.3231                 3789.9234             29847 
Zero-point correction (Hartree): 0.156118 29848 
 29849 
diHPCARP_Ic.ppttppppd 29850 
--------------------- 29851 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18106023  29852 
Electronic state : 2-A 29853 
Cartesian coordinates (Angs): 29854 
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     O       1.198092     -1.597469      -1.427949 29855 
     O       1.099988     -1.623131      -0.010186 29856 
     C       0.892409     -0.311797       0.474548 29857 
     C      -0.408863      0.271561      -0.115581 29858 
     C      -1.625609     -0.484815       0.359060 29859 
     O      -2.703585     -0.135809      -0.530197 29860 
     O      -3.834645     -0.609443      -0.108816 29861 
     H       2.127570     -1.341721      -1.541269 29862 
     C       0.827958     -0.452592       1.991633 29863 
     H       1.796306     -0.763758       2.379863 29864 
     H       0.092904     -1.207880       2.264173 29865 
     H       0.549256      0.499927       2.439785 29866 
     C       2.093231      0.574731       0.157073 29867 
     O       3.031132      0.188456      -0.486113 29868 
     H       2.075719      1.581242       0.602384 29869 
     H      -0.359290      0.222622      -1.203275 29870 
     O      -0.599289      1.619067       0.289693 29871 
     O       0.174489      2.452163      -0.560591 29872 
     H      -0.504445      2.833976      -1.132410 29873 
     H      -1.461284     -1.559623       0.296468 29874 
     H      -1.920959     -0.197986       1.367155 29875 
Rotational constants (GHz):    1.3285900    0.6363500    0.5451900 29876 
Vibrational harmonic frequencies (cm-1): 29877 
       39.3514                   58.0552                   87.5461             29878 
      104.3391                  122.3204                  179.9383             29879 
      190.5049                  235.4211                  246.8781             29880 
      258.1972                  283.9184                  297.3508             29881 
      304.7492                  346.7092                  359.3548             29882 
      396.0968                  426.7662                  488.5037             29883 
      522.2380                  555.4515                  633.8307             29884 
      725.7566                  840.0008                  882.8179             29885 
      930.1005                  960.1017                 1005.8053             29886 
     1027.8775                 1051.4235                 1054.6569             29887 
     1122.7191                 1143.2073                 1176.1686             29888 
     1239.0589                 1268.3303                 1277.9271             29889 
     1295.4334                 1328.6975                 1371.7118             29890 
     1401.8005                 1411.6957                 1422.1397             29891 
     1428.0642                 1444.9520                 1486.5585             29892 
     1491.1754                 1511.1496                 1850.1635             29893 
     3028.4049                 3076.0345                 3096.7935             29894 
     3114.5519                 3154.3997                 3160.7858             29895 
     3162.2725                 3743.3617                 3808.6416             29896 
Zero-point correction (Hartree): 0.156356 29897 
 29898 
diHPCARP_Ic.ppttpptpd 29899 
--------------------- 29900 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18113588  29901 
Electronic state : 2-A 29902 
Cartesian coordinates (Angs): 29903 
     O       1.349778     -1.808220      -0.957483 29904 
     O       1.409511     -1.369712       0.393322 29905 
     C       1.088377      0.002801       0.441700 29906 
     C      -0.299551      0.262826      -0.184086 29907 
     C      -1.300320     -0.792201       0.245263 29908 
     O      -2.576750     -0.381951      -0.292773 29909 
     O      -3.531888     -1.176509       0.082700 29910 
     H       2.245125     -1.592425      -1.261720 29911 
     C       1.161570      0.376611       1.917160 29912 
     H       2.159707      0.152542       2.289508 29913 
     H       0.439616     -0.200228       2.491229 29914 
     H       0.952180      1.435517       2.048626 29915 
     C       2.116249      0.827597      -0.319177 29916 
     O       3.088824      0.346940      -0.831916 29917 
     H       1.906663      1.910153      -0.369359 29918 
     H      -0.223517      0.274760      -1.272069 29919 
     O      -0.693920      1.556527       0.247292 29920 
     O      -1.455055      2.175950      -0.775893 29921 
     H      -2.342966      1.822352      -0.620363 29922 
     H      -1.052259     -1.770150      -0.160414 29923 
     H      -1.406497     -0.842517       1.327401 29924 
Rotational constants (GHz):    1.3755100    0.6318600    0.5338200 29925 
Vibrational harmonic frequencies (cm-1): 29926 
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       44.4925                   71.7314                   82.3796             29927 
      112.4107                  126.9727                  146.1118             29928 
      175.0402                  198.3919                  216.5598             29929 
      259.9135                  280.0551                  291.1085             29930 
      318.9970                  367.1933                  386.8742             29931 
      392.7483                  424.6518                  448.4001             29932 
      501.3486                  564.6384                  583.1057             29933 
      750.9824                  856.8581                  902.3319             29934 
      924.8746                  967.6797                  998.4404             29935 
     1023.0088                 1047.3252                 1055.1949             29936 
     1096.1503                 1151.3595                 1174.9086             29937 
     1238.3751                 1256.7144                 1284.9659             29938 
     1295.8490                 1335.5429                 1368.5131             29939 
     1403.2158                 1413.8496                 1427.1722             29940 
     1429.4058                 1441.8532                 1484.1207             29941 
     1491.9290                 1503.9134                 1858.1867             29942 
     2995.9650                 3083.6205                 3098.4888             29943 
     3108.3024                 3160.3986                 3172.6656             29944 
     3175.8435                 3755.7723                 3777.3132             29945 
Zero-point correction (Hartree): 0.156064 29946 
 29947 
diHPCARP_Ic.ptmmmtmpd 29948 
--------------------- 29949 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17992089  29950 
Electronic state : 2-A 29951 
Cartesian coordinates (Angs): 29952 
     O       2.582143      0.160997      -0.851907 29953 
     O       1.551207     -0.756708      -1.210604 29954 
     C       0.479398     -0.717272      -0.267876 29955 
     C      -0.319198      0.595375      -0.414310 29956 
     C      -1.472035      0.788423       0.568669 29957 
     O      -2.581953     -0.071109       0.244194 29958 
     O      -3.095038      0.224515      -0.911155 29959 
     H       2.389118      0.903462      -1.440695 29960 
     C      -0.384946     -1.912615      -0.659352 29961 
     H       0.238219     -2.803588      -0.706700 29962 
     H      -0.843640     -1.744799      -1.632326 29963 
     H      -1.161932     -2.060815       0.085394 29964 
     C       1.026898     -0.968609       1.135065 29965 
     O       0.318690     -1.187474       2.076513 29966 
     H       2.127037     -0.993895       1.214647 29967 
     H      -0.728596      0.614337      -1.427539 29968 
     O       0.506401      1.743670      -0.386205 29969 
     O       1.098045      1.830393       0.903677 29970 
     H       1.980355      1.465065       0.730973 29971 
     H      -1.206800      0.533848       1.589668 29972 
     H      -1.810419      1.820296       0.497293 29973 
Rotational constants (GHz):    1.2483700    0.7552300    0.6943000 29974 
Vibrational harmonic frequencies (cm-1): 29975 
       33.1405                   77.1951                  119.6233             29976 
      126.4076                  167.7429                  189.6724             29977 
      196.1062                  218.6416                  249.4244             29978 
      255.6528                  280.8736                  312.9492             29979 
      327.6837                  341.3960                  410.0082             29980 
      431.5570                  462.3986                  505.0050             29981 
      511.0058                  564.5744                  632.6482             29982 
      689.2619                  802.2431                  916.0922             29983 
      940.1147                  963.3723                  990.7048             29984 
      995.1365                 1036.7357                 1057.8199             29985 
     1099.6416                 1139.0844                 1179.9135             29986 
     1210.1739                 1235.9918                 1263.9603             29987 
     1307.7614                 1330.8032                 1380.8632             29988 
     1405.4736                 1410.9419                 1415.2130             29989 
     1423.1722                 1433.7379                 1487.2500             29990 
     1490.7225                 1505.0376                 1860.3657             29991 
     2997.4707                 3082.4532                 3093.7182             29992 
     3115.5995                 3159.9594                 3182.5684             29993 
     3196.1719                 3733.3587                 3794.7548             29994 
Zero-point correction (Hartree): 0.156604 29995 
 29996 
diHPCARP_Ic.pttmmtmmd 29997 
--------------------- 29998 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18433740  29999 
Electronic state : 2-A 30000 
Cartesian coordinates (Angs): 30001 
     O       2.001428      1.779151      -0.099810 30002 
     O       2.018780      0.584792      -0.868819 30003 
     C       1.152801     -0.388511      -0.302712 30004 
     C      -0.305364     -0.061030      -0.694430 30005 
     C      -1.340647     -1.017415      -0.115257 30006 
     O      -2.644286     -0.650092      -0.605274 30007 
     O      -3.168718      0.310055       0.094079 30008 
     H       1.187354      2.208900      -0.400865 30009 
     C       1.585590     -1.701242      -0.950000 30010 
     H       2.649909     -1.850974      -0.780417 30011 
     H       1.406158     -1.666948      -2.023743 30012 
     H       1.043541     -2.534109      -0.508687 30013 
     C       1.371162     -0.508213       1.203141 30014 
     O       0.812183     -1.351880       1.849188 30015 
     H       2.105013      0.182937       1.639446 30016 
     H      -0.351780     -0.096141      -1.786137 30017 
     O      -0.648072      1.286165      -0.427464 30018 
     O      -0.700032      1.478180       0.979609 30019 
     H      -1.650830      1.357070       1.142948 30020 
     H      -1.175605     -2.031755      -0.468374 30021 
     H      -1.365279     -1.001486       0.969299 30022 
Rotational constants (GHz):    1.3601900    0.7434300    0.6541200 30023 
Vibrational harmonic frequencies (cm-1): 30024 
       64.2884                   91.5256                  109.3858             30025 
      141.7359                  165.6709                  186.9530             30026 
      196.2948                  209.7329                  235.1733             30027 
      279.7322                  292.9895                  302.0843             30028 
      325.2695                  351.0658                  393.0612             30029 
      469.9354                  489.7308                  517.6206             30030 
      531.1947                  578.5809                  649.6372             30031 
      656.8530                  834.9128                  905.0888             30032 
      932.1428                  967.9344                  979.4032             30033 
      999.6628                 1010.0815                 1056.1948             30034 
     1120.8784                 1132.9334                 1186.6458             30035 
     1209.4572                 1244.6553                 1253.7251             30036 
     1307.3597                 1334.3418                 1385.2308             30037 
     1399.9852                 1404.2464                 1416.2328             30038 
     1432.7587                 1440.3419                 1480.2287             30039 
     1489.1402                 1506.3373                 1849.3845             30040 
     3052.5855                 3078.4471                 3084.3045             30041 
     3135.2628                 3156.6548                 3171.2976             30042 
     3201.9216                 3707.6479                 3772.8082             30043 
Zero-point correction (Hartree): 0.156917 30044 
 30045 
diHPCARP_Ic.pttpmtmmd 30046 
--------------------- 30047 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18066657  30048 
Electronic state : 2-A 30049 
Cartesian coordinates (Angs): 30050 
     O       2.304349      1.260405      -0.687636 30051 
     O       1.822610      0.042223      -1.236832 30052 
     C       0.933952     -0.588736      -0.326788 30053 
     C      -0.455484      0.075562      -0.413634 30054 
     C      -1.491949     -0.467040       0.553321 30055 
     O      -2.780376      0.100327       0.236206 30056 
     O      -3.229921     -0.341884      -0.898097 30057 
     H       1.583367      1.875524      -0.885155 30058 
     C       0.856780     -2.032262      -0.822063 30059 
     H       1.860147     -2.452081      -0.860589 30060 
     H       0.428849     -2.058540      -1.823170 30061 
     H       0.252636     -2.633407      -0.147441 30062 
     C       1.529842     -0.618297       1.075825 30063 
     O       0.928550     -1.079105       2.006384 30064 
     H       2.564946     -0.255965       1.159896 30065 
     H      -0.816216     -0.084022      -1.432852 30066 
     O      -0.387105      1.493085      -0.349648 30067 
     O       0.030670      1.873241       0.958937 30068 
     H      -0.755971      2.327683       1.287788 30069 
     H      -1.574926     -1.548546       0.489202 30070 
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     H      -1.291886     -0.172354       1.577839 30071 
Rotational constants (GHz):    1.2756900    0.7141900    0.6581000 30072 
Vibrational harmonic frequencies (cm-1): 30073 
       33.9412                   63.2489                   83.1995             30074 
      119.8894                  140.7023                  177.0282             30075 
      190.4076                  211.9096                  234.3091             30076 
      274.6321                  277.5024                  290.4023             30077 
      317.5021                  324.6119                  350.7728             30078 
      375.9386                  474.6498                  492.3214             30079 
      518.1226                  575.7091                  650.0348             30080 
      661.9497                  834.2424                  910.0228             30081 
      936.7519                  956.8511                  980.2943             30082 
      988.9518                 1006.8824                 1057.3104             30083 
     1119.2708                 1137.7344                 1183.8911             30084 
     1202.6142                 1245.5444                 1259.0560             30085 
     1310.4173                 1316.4257                 1380.1316             30086 
     1399.3027                 1402.3630                 1409.1462             30087 
     1420.0411                 1432.0754                 1472.4495             30088 
     1489.2070                 1506.3776                 1854.7537             30089 
     3037.9822                 3079.4621                 3094.9853             30090 
     3135.1624                 3156.6535                 3174.4277             30091 
     3204.2154                 3784.5203                 3813.1890             30092 
Zero-point correction (Hartree): 0.156126 30093 
 30094 
diHPCARP_Ic.pttpmtmpd 30095 
--------------------- 30096 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18116379  30097 
Electronic state : 2-A 30098 
Cartesian coordinates (Angs): 30099 
     O      -2.328758     -1.143434      -0.739146 30100 
     O      -1.795955      0.079366      -1.240745 30101 
     C      -0.826308      0.621306      -0.347265 30102 
     C       0.469741     -0.214676      -0.363401 30103 
     C       1.536463      0.263565       0.607813 30104 
     O       2.811214     -0.290322       0.219908 30105 
     O       3.228962      0.229141      -0.892962 30106 
     H      -1.825069     -1.792712      -1.250017 30107 
     C      -0.564880      2.012730      -0.920294 30108 
     H      -1.512099      2.532832      -1.049321 30109 
     H      -0.070425      1.932990      -1.886791 30110 
     H       0.055447      2.585775      -0.236888 30111 
     C      -1.426977      0.786961       1.044414 30112 
     O      -0.833043      1.332672       1.930537 30113 
     H      -2.460652      0.420457       1.166495 30114 
     H       0.874167     -0.155225      -1.376921 30115 
     O       0.234231     -1.602037      -0.200470 30116 
     O      -0.306788     -1.818719       1.095104 30117 
     H      -1.255209     -1.872941       0.897993 30118 
     H       1.635904      1.344808       0.619374 30119 
     H       1.350786     -0.108630       1.610656 30120 
Rotational constants (GHz):    1.2518500    0.7208200    0.6608700 30121 
Vibrational harmonic frequencies (cm-1): 30122 
       54.6685                   74.4712                  101.4021             30123 
      126.7470                  150.4695                  173.9076             30124 
      191.0340                  215.6776                  238.9018             30125 
      271.1342                  285.3048                  305.1329             30126 
      325.6519                  351.5947                  382.5515             30127 
      434.9526                  484.1616                  511.8402             30128 
      524.2137                  578.3786                  653.3278             30129 
      665.4007                  848.2133                  911.0518             30130 
      938.1531                  961.9623                  984.1582             30131 
      990.0994                 1012.1143                 1044.0228             30132 
     1124.8831                 1133.3287                 1177.8060             30133 
     1206.1852                 1248.8691                 1253.2512             30134 
     1314.6062                 1316.8607                 1386.0953             30135 
     1402.6266                 1414.0089                 1414.7183             30136 
     1420.4611                 1439.6205                 1471.1433             30137 
     1490.2995                 1506.5963                 1861.5999             30138 
     2996.9819                 3083.9265                 3093.0338             30139 
     3137.2891                 3160.5754                 3181.2811             30140 
     3202.8671                 3736.3340                 3789.3885             30141 
Zero-point correction (Hartree): 0.156636 30142 
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 30143 
diHPCARP_Ic.tmmmmmmpd 30144 
--------------------- 30145 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18158921  30146 
Electronic state : 2-A 30147 
Cartesian coordinates (Angs): 30148 
     O      -2.659587     -0.325476      -0.774192 30149 
     O      -1.384022      0.289806      -0.706339 30150 
     C      -0.691052     -0.145453       0.454403 30151 
     C       0.633010      0.652404       0.450212 30152 
     C       1.546149      0.344722      -0.731051 30153 
     O       2.140061     -0.957775      -0.542570 30154 
     O       2.952118     -0.973301       0.471455 30155 
     H      -2.427269     -1.182474      -1.166543 30156 
     C      -1.470958      0.133668       1.734877 30157 
     H      -2.445396     -0.345067       1.692993 30158 
     H      -1.598799      1.207942       1.848602 30159 
     H      -0.923839     -0.246247       2.597796 30160 
     C      -0.402077     -1.636926       0.362888 30161 
     O      -0.814060     -2.330321      -0.525921 30162 
     H       0.191826     -2.058887       1.193364 30163 
     H       1.175063      0.398878       1.364547 30164 
     O       0.396260      2.036774       0.565224 30165 
     O       0.095286      2.571999      -0.717630 30166 
     H      -0.820372      2.283662      -0.857178 30167 
     H       1.010439      0.272162      -1.672475 30168 
     H       2.339465      1.085890      -0.789302 30169 
Rotational constants (GHz):    1.1002500    0.8783500    0.6269800 30170 
Vibrational harmonic frequencies (cm-1): 30171 
       44.3416                   70.6219                  105.4942             30172 
      136.2279                  164.3817                  182.6398             30173 
      195.0905                  200.8384                  230.3792             30174 
      255.1393                  285.4479                  318.3638             30175 
      340.1104                  373.3155                  405.1345             30176 
      436.8522                  460.0218                  498.3222             30177 
      521.8472                  583.4801                  611.3948             30178 
      737.7541                  834.7323                  887.2132             30179 
      932.0411                  947.5815                  984.1946             30180 
     1007.1112                 1028.4287                 1065.7113             30181 
     1112.2951                 1138.0002                 1192.5947             30182 
     1217.9775                 1232.1557                 1256.8474             30183 
     1298.1545                 1328.6295                 1386.3736             30184 
     1400.3222                 1408.1517                 1421.9545             30185 
     1446.6963                 1458.2810                 1484.6791             30186 
     1489.8264                 1504.1513                 1852.8501             30187 
     2983.8646                 3079.7758                 3091.6790             30188 
     3124.0530                 3155.1918                 3179.4737             30189 
     3195.9690                 3737.6241                 3749.8004             30190 
Zero-point correction (Hartree): 0.156673 30191 
 30192 
diHPCARP_Ic.tmtmmpmmd 30193 
--------------------- 30194 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18186870  30195 
Electronic state : 2-A 30196 
Cartesian coordinates (Angs): 30197 
     O       2.467908      0.346704       1.450948 30198 
     O       1.107492      0.161078       1.096344 30199 
     C       0.984651      0.238667      -0.310542 30200 
     C      -0.504832     -0.040745      -0.636253 30201 
     C      -1.101180     -1.032768       0.353673 30202 
     O      -2.437272     -1.371458      -0.055900 30203 
     O      -3.296356     -0.474437       0.325076 30204 
     H       2.795575     -0.564364       1.416158 30205 
     C       1.430750      1.580640      -0.871840 30206 
     H       2.491698      1.727076      -0.684823 30207 
     H       0.862369      2.370702      -0.388445 30208 
     H       1.241288      1.623442      -1.944171 30209 
     C       1.782765     -0.884018      -0.961827 30210 
     O       2.323233     -1.763414      -0.351464 30211 
     H       1.829536     -0.840851      -2.066971 30212 
     H      -0.558268     -0.468476      -1.642704 30213 
     O      -1.288370      1.116998      -0.776586 30214 
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     O      -1.409717      1.754747       0.484626 30215 
     H      -2.268653      1.411228       0.778583 30216 
     H      -0.539860     -1.965295       0.349980 30217 
     H      -1.141957     -0.625867       1.358776 30218 
Rotational constants (GHz):    1.4849700    0.6624000    0.5768100 30219 
Vibrational harmonic frequencies (cm-1): 30220 
       62.7271                   75.3255                   99.3109             30221 
      145.3721                  163.4262                  176.5004             30222 
      188.1796                  229.1305                  241.6021             30223 
      262.6360                  301.3829                  309.3020             30224 
      333.3368                  371.3543                  399.1287             30225 
      428.7718                  471.6093                  495.9054             30226 
      534.8020                  580.7924                  626.0971             30227 
      773.6174                  845.9034                  877.0327             30228 
      927.9196                  949.3394                  988.9730             30229 
      999.4935                 1019.1020                 1046.0588             30230 
     1121.6816                 1144.8046                 1193.8505             30231 
     1214.8694                 1237.0587                 1253.4130             30232 
     1311.6648                 1335.6725                 1395.2330             30233 
     1401.9177                 1404.9154                 1418.3391             30234 
     1432.8911                 1440.0294                 1480.9187             30235 
     1481.6895                 1505.2151                 1858.3002             30236 
     2957.3147                 3063.5090                 3082.6557             30237 
     3121.4818                 3159.5331                 3181.7238             30238 
     3193.3465                 3743.6757                 3766.6225             30239 
Zero-point correction (Hartree): 0.156798 30240 
 30241 
diHPCARP_Ic.tmtmptmmd 30242 
--------------------- 30243 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18090079  30244 
Electronic state : 2-A 30245 
Cartesian coordinates (Angs): 30246 
     O       2.400386     -1.081345      -1.382117 30247 
     O       1.055096     -0.758816      -1.057892 30248 
     C       1.053247     -0.004121       0.152566 30249 
     C      -0.421058      0.342923       0.447982 30250 
     C      -1.179444      0.680076      -0.828556 30251 
     O      -2.513705      1.104780      -0.501551 30252 
     O      -3.305017      0.093494      -0.307982 30253 
     H       2.434223     -2.020573      -1.160268 30254 
     C       1.673302     -0.753776       1.321297 30255 
     H       2.737927     -0.904605       1.157547 30256 
     H       1.171108     -1.711484       1.443022 30257 
     H       1.540873     -0.168834       2.229574 30258 
     C       1.810119      1.299985      -0.097180 30259 
     O       1.787916      2.215715       0.675712 30260 
     H       2.376587      1.343007      -1.042931 30261 
     H      -0.404758      1.215393       1.105269 30262 
     O      -1.088405     -0.617912       1.226918 30263 
     O      -1.254813     -1.808113       0.470478 30264 
     H      -2.158844     -1.684745       0.139197 30265 
     H      -0.718557      1.527331      -1.334250 30266 
     H      -1.247212     -0.168433      -1.502339 30267 
Rotational constants (GHz):    1.3584700    0.6712700    0.5938600 30268 
Vibrational harmonic frequencies (cm-1): 30269 
       45.8552                   67.5296                   91.5809             30270 
      117.6388                  158.3236                  169.2449             30271 
      178.4203                  214.4536                  231.5781             30272 
      260.1971                  288.0394                  295.0027             30273 
      305.7316                  332.7697                  365.7681             30274 
      397.0197                  466.9300                  490.1661             30275 
      531.4156                  580.9130                  640.7511             30276 
      693.8299                  805.4695                  892.6569             30277 
      942.9833                  971.1244                  985.1805             30278 
      999.5750                 1018.1732                 1042.4457             30279 
     1117.9569                 1152.8018                 1185.0402             30280 
     1220.9149                 1239.4877                 1257.2582             30281 
     1310.5796                 1336.0591                 1393.3111             30282 
     1396.8194                 1405.4230                 1412.2958             30283 
     1414.0189                 1439.8908                 1479.8715             30284 
     1487.3705                 1504.7723                 1861.5296             30285 
     3000.9403                 3082.4892                 3101.1710             30286 
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     3112.8928                 3164.4029                 3169.0397             30287 
     3184.7297                 3742.4453                 3815.9106             30288 
Zero-point correction (Hartree): 0.156214 30289 
 30290 
diHPCARP_Ic.tmtpmmmpd 30291 
--------------------- 30292 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18019186  30293 
Electronic state : 2-A 30294 
Cartesian coordinates (Angs): 30295 
     O      -2.720676      0.219522      -0.940769 30296 
     O      -1.320894      0.429099      -0.840754 30297 
     C      -0.856591     -0.028645       0.419608 30298 
     C       0.659480      0.261166       0.423942 30299 
     C       1.372348     -0.319285      -0.784981 30300 
     O       2.776713     -0.472827      -0.499644 30301 
     O       2.972743     -1.374774       0.411861 30302 
     H      -2.747956     -0.699413      -1.249830 30303 
     C      -1.551408      0.662887       1.586605 30304 
     H      -2.621383      0.476759       1.549353 30305 
     H      -1.367700      1.733870       1.539085 30306 
     H      -1.154727      0.293546       2.532247 30307 
     C      -1.052810     -1.532077       0.543266 30308 
     O      -1.569603     -2.206019      -0.303888 30309 
     H      -0.691354     -1.976656       1.489073 30310 
     H       1.074204     -0.208458       1.320231 30311 
     O       0.938878      1.630840       0.619306 30312 
     O       0.681539      2.362133      -0.570215 30313 
     H      -0.285771      2.359898      -0.633683 30314 
     H       0.979079     -1.299844      -1.048867 30315 
     H       1.319892      0.352235      -1.635413 30316 
Rotational constants (GHz):    1.2353900    0.7387100    0.5803500 30317 
Vibrational harmonic frequencies (cm-1): 30318 
       27.8781                   51.9731                   99.0341             30319 
      125.0356                  153.9878                  161.8178             30320 
      176.2935                  220.1946                  241.9736             30321 
      267.4251                  285.1860                  317.8652             30322 
      322.2657                  364.9943                  376.7231             30323 
      401.0298                  425.6239                  486.5271             30324 
      518.9961                  577.3182                  640.8662             30325 
      781.5761                  838.3467                  882.1829             30326 
      929.1113                  946.9770                  967.7613             30327 
      997.0293                 1014.4914                 1049.9798             30328 
     1125.3574                 1143.1132                 1178.5746             30329 
     1216.8133                 1243.3125                 1252.7096             30330 
     1313.7282                 1326.5104                 1394.1796             30331 
     1404.8077                 1411.8026                 1421.5891             30332 
     1440.7888                 1455.7793                 1478.3218             30333 
     1491.0576                 1499.3033                 1857.8891             30334 
     2969.6455                 3080.8997                 3085.0278             30335 
     3113.8133                 3155.6210                 3178.0778             30336 
     3195.6848                 3754.9579                 3759.1674             30337 
Zero-point correction (Hartree): 0.156280 30338 
 30339 
diHPCARP_Ic.tpppmmtpd 30340 
--------------------- 30341 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18329845  30342 
Electronic state : 2-A 30343 
Cartesian coordinates (Angs): 30344 
     O       2.778805     -1.292457      -0.305303 30345 
     O       1.542176     -0.831859      -0.819616 30346 
     C       0.876434     -0.070655       0.170467 30347 
     C      -0.412439      0.361301      -0.556369 30348 
     C      -1.309806     -0.795685      -0.988183 30349 
     O      -1.988094     -1.398676       0.128628 30350 
     O      -3.015225     -0.702949       0.511080 30351 
     H       3.349203     -0.531363      -0.495764 30352 
     C       0.636064     -0.850715       1.457286 30353 
     H       1.577022     -1.008452       1.979558 30354 
     H       0.203393     -1.820701       1.223979 30355 
     H      -0.050336     -0.305223       2.103085 30356 
     C       1.676959      1.189655       0.490298 30357 
     O       2.711071      1.455968      -0.057730 30358 
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     H       1.255475      1.836231       1.276697 30359 
     H      -0.116653      0.888558      -1.469518 30360 
     O      -1.063803      1.251369       0.320321 30361 
     O      -2.135790      1.854990      -0.381310 30362 
     H      -2.873109      1.283767      -0.110232 30363 
     H      -2.069774     -0.449624      -1.684676 30364 
     H      -0.711609     -1.587686      -1.432680 30365 
Rotational constants (GHz):    1.5655000    0.6635400    0.5510200 30366 
Vibrational harmonic frequencies (cm-1): 30367 
       45.1440                   68.8644                   89.8987             30368 
      165.2928                  169.0907                  186.4797             30369 
      193.7682                  223.0668                  249.6092             30370 
      256.0192                  268.1056                  304.5681             30371 
      333.9849                  360.2192                  386.8402             30372 
      438.4906                  503.2985                  513.1060             30373 
      517.9787                  560.8073                  661.6203             30374 
      768.1150                  837.4785                  861.7815             30375 
      924.4796                  934.3389                  994.0694             30376 
     1006.2159                 1045.3808                 1057.6548             30377 
     1072.2037                 1168.5740                 1173.7571             30378 
     1238.4934                 1253.5388                 1285.8762             30379 
     1321.4775                 1363.0043                 1375.4289             30380 
     1399.8456                 1410.1047                 1416.5047             30381 
     1440.2876                 1452.6116                 1479.5562             30382 
     1488.5852                 1504.8283                 1854.4625             30383 
     3012.2317                 3057.4953                 3084.2977             30384 
     3114.7523                 3163.5618                 3170.5224             30385 
     3178.4437                 3730.1729                 3748.5746             30386 
Zero-point correction (Hartree): 0.156931 30387 
 30388 
diHPCARP_Ic.tptmmmmmd 30389 
--------------------- 30390 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18281895  30391 
Electronic state : 2-A 30392 
Cartesian coordinates (Angs): 30393 
     O       2.805979     -1.337741       0.360574 30394 
     O       1.473236     -1.237282      -0.109703 30395 
     C       0.948701      0.042370       0.201505 30396 
     C      -0.456273     -0.017824      -0.445026 30397 
     C      -1.330556     -1.088243       0.186194 30398 
     O      -2.547998     -1.227347      -0.569244 30399 
     O      -3.414411     -0.306475      -0.275020 30400 
     H       3.289937     -0.936273      -0.378046 30401 
     C       0.966034      0.333115       1.696224 30402 
     H       1.992604      0.298434       2.054211 30403 
     H       0.390726     -0.416388       2.236191 30404 
     H       0.540280      1.312664       1.898942 30405 
     C       1.733673      1.127428      -0.528975 30406 
     O       2.658508      0.884961      -1.254770 30407 
     H       1.401798      2.161550      -0.340332 30408 
     H      -0.312465     -0.268646      -1.499512 30409 
     O      -1.081989      1.246704      -0.505923 30410 
     O      -1.585161      1.610733       0.771354 30411 
     H      -2.504378      1.306170       0.691710 30412 
     H      -0.834503     -2.053249       0.126584 30413 
     H      -1.598788     -0.853754       1.212572 30414 
Rotational constants (GHz):    1.6374500    0.6033800    0.5407700 30415 
Vibrational harmonic frequencies (cm-1): 30416 
       20.5415                   72.0365                   99.6155             30417 
      136.6697                  169.6905                  181.6760             30418 
      196.2933                  223.5272                  242.3163             30419 
      272.4114                  292.1917                  308.4395             30420 
      336.9964                  358.3724                  381.8030             30421 
      421.2028                  498.9270                  521.6988             30422 
      535.6884                  569.8552                  636.3114             30423 
      753.3897                  835.9175                  876.7894             30424 
      933.2807                  957.9256                  980.8117             30425 
      999.2604                 1010.8325                 1050.1344             30426 
     1111.8370                 1149.3875                 1178.5476             30427 
     1235.3632                 1254.6207                 1272.7106             30428 
     1314.6608                 1336.4105                 1381.2833             30429 
     1405.3801                 1409.5358                 1417.2378             30430 
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     1441.1593                 1451.9589                 1485.3476             30431 
     1490.9256                 1508.0241                 1854.5009             30432 
     3007.0238                 3081.5986                 3087.3597             30433 
     3126.3512                 3163.1382                 3175.4379             30434 
     3192.1127                 3723.2589                 3750.2351             30435 
Zero-point correction (Hartree): 0.156920 30436 
 30437 
 30438 
 30439 
1,4-aldehyde-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-HPCARP-Ia) 30440 
====================================================================================== 30441 
 30442 
TS.diHPCARP_I.14aldHshift.mmmmmpd 30443 
--------------------------------- 30444 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14160559  30445 
Electronic state : 2-A 30446 
Cartesian coordinates (Angs): 30447 
     C       0.790731      1.495885      -0.300244 30448 
     C      -0.508154      0.615625      -0.210502 30449 
     O      -0.839482      0.809673       1.142633 30450 
     O      -0.678632      2.154041       1.407620 30451 
     H       0.426046      2.232333       0.726958 30452 
     O       1.637114      1.502687      -1.112789 30453 
     C      -1.514548      1.214135      -1.180750 30454 
     H      -1.157535      1.099175      -2.203369 30455 
     H      -1.666308      2.268063      -0.961893 30456 
     H      -2.455357      0.679114      -1.068500 30457 
     C      -0.193029     -0.856302      -0.487139 30458 
     H       0.410143     -0.885349      -1.398639 30459 
     O      -1.331338     -1.604142      -0.845616 30460 
     O      -2.236482     -1.561115       0.258115 30461 
     H      -2.383321     -2.501129       0.418295 30462 
     C       0.595578     -1.496206       0.649213 30463 
     O       1.792400     -0.782683       0.879920 30464 
     H       0.048643     -1.432812       1.586949 30465 
     H       0.816244     -2.536693       0.407935 30466 
     O       2.675879     -1.085979      -0.194081 30467 
     H       2.782297     -0.221371      -0.617633 30468 
Rotational constants (GHz):    1.0560100    0.9357900    0.6778500 30469 
Vibrational harmonic frequencies (cm-1): 30470 
    i2066.0156                   70.2036                  103.8582             30471 
      113.2405                  152.7801                  168.0521             30472 
      182.4275                  205.9644                  211.7519             30473 
      216.7260                  242.6532                  265.8495             30474 
      297.5295                  319.8005                  348.1490             30475 
      363.5510                  460.9331                  473.2178             30476 
      508.3896                  571.5470                  594.6044             30477 
      614.2923                  716.9597                  775.3266             30478 
      865.7161                  938.1747                  956.4990             30479 
      978.4634                 1026.8194                 1067.6057             30480 
     1075.0832                 1113.5897                 1127.1515             30481 
     1129.3820                 1140.7951                 1204.0192             30482 
     1257.8601                 1284.8988                 1337.5685             30483 
     1377.2619                 1397.3555                 1398.4732             30484 
     1425.5646                 1441.5933                 1480.5102             30485 
     1489.1380                 1497.4152                 1817.9180             30486 
     1972.5126                 3080.8326                 3089.1096             30487 
     3089.6408                 3161.7865                 3166.2766             30488 
     3175.0927                 3773.9663                 3832.7309             30489 
Zero-point correction (Hartree): 0.150698 30490 
 30491 
TS.diHPCARP_I.14aldHshift.mmmmtmd 30492 
--------------------------------- 30493 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13918545  30494 
Electronic state : 2-A 30495 
Cartesian coordinates (Angs): 30496 
     C      -1.214949     -1.170266      -0.621380 30497 
     C       0.157359     -0.787775       0.032880 30498 
     O      -0.273219     -0.251965       1.264370 30499 
     O      -1.329015     -1.027873       1.722570 30500 
     H      -1.843536     -1.179332       0.508713 30501 
     O      -1.456759     -1.494218      -1.716355 30502 
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     C       0.957222     -2.070946       0.172028 30503 
     H       1.179873     -2.475449      -0.814369 30504 
     H       0.389026     -2.800369       0.745075 30505 
     H       1.888261     -1.845949       0.687159 30506 
     C       0.846296      0.300956      -0.795640 30507 
     H       0.738056      0.012568      -1.844465 30508 
     O       2.245996      0.330484      -0.630358 30509 
     O       2.516144      0.558418       0.751563 30510 
     H       3.051289      1.360423       0.713328 30511 
     C       0.209734      1.668603      -0.550954 30512 
     O      -1.198976      1.511419      -0.629114 30513 
     H       0.479761      2.030056       0.437428 30514 
     H       0.543798      2.379743      -1.307752 30515 
     O      -1.809254      2.065414       0.523412 30516 
     H      -1.719840      1.341446       1.164577 30517 
Rotational constants (GHz):    1.0549200    0.9148800    0.7343700 30518 
Vibrational harmonic frequencies (cm-1): 30519 
    i1840.8431                   86.3148                   97.6349             30520 
      103.1004                  125.1755                  152.1767             30521 
      154.0839                  192.1971                  222.9270             30522 
      232.4300                  246.4247                  262.4928             30523 
      295.6988                  320.2935                  363.4126             30524 
      434.8006                  452.1557                  477.4919             30525 
      522.6333                  558.4857                  589.9140             30526 
      619.9378                  716.0332                  761.1745             30527 
      872.7564                  932.7250                  963.9502             30528 
      991.2509                 1022.4265                 1064.0665             30529 
     1073.4539                 1116.9061                 1127.6184             30530 
     1131.5187                 1142.6611                 1194.6197             30531 
     1251.0396                 1267.1519                 1344.2043             30532 
     1369.4068                 1388.4479                 1401.5606             30533 
     1420.9237                 1456.6595                 1481.6508             30534 
     1498.6317                 1509.1203                 1822.3423             30535 
     2006.5216                 3080.4012                 3082.2255             30536 
     3088.5665                 3162.4230                 3163.1543             30537 
     3173.4018                 3731.6782                 3832.1867             30538 
Zero-point correction (Hartree): 0.150707 30539 
 30540 
TS.diHPCARP_I.14aldHshift.mmmppmd 30541 
--------------------------------- 30542 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13915647  30543 
Electronic state : 2-A 30544 
Cartesian coordinates (Angs): 30545 
     C       1.737466     -0.731867      -0.358292 30546 
     C       0.770891      0.461503      -0.038591 30547 
     O       0.400816      0.131478       1.284642 30548 
     O       1.545801     -0.287941       1.936965 30549 
     H       1.980850     -0.970073       0.897353 30550 
     O       2.123113     -1.121378      -1.390462 30551 
     C       1.576234      1.750155      -0.103580 30552 
     H       2.005449      1.878427      -1.096269 30553 
     H       2.370806      1.728086       0.637607 30554 
     H       0.902629      2.579123       0.106697 30555 
     C      -0.412169      0.452722      -1.013404 30556 
     H       0.025436      0.675629      -1.990909 30557 
     O      -1.285006      1.547768      -0.839656 30558 
     O      -1.808456      1.552579       0.477755 30559 
     H      -2.467167      0.840260       0.459753 30560 
     C      -1.129956     -0.902058      -1.162441 30561 
     O      -1.062323     -1.775734      -0.063891 30562 
     H      -2.169884     -0.720036      -1.445273 30563 
     H      -0.645324     -1.467281      -1.959283 30564 
     O      -1.913204     -1.282247       0.958867 30565 
     H      -1.263522     -0.843061       1.534417 30566 
Rotational constants (GHz):    1.1395400    0.8727700    0.7919000 30567 
Vibrational harmonic frequencies (cm-1): 30568 
    i1964.1068                   43.3482                  116.1334             30569 
      128.7894                  135.3668                  159.0675             30570 
      198.7064                  210.3996                  215.6328             30571 
      243.8556                  265.0548                  277.3803             30572 
      299.2280                  327.2448                  373.7556             30573 
      428.8099                  485.2264                  507.9792             30574 
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      555.8227                  601.7223                  619.0259             30575 
      657.9438                  730.3278                  775.5089             30576 
      876.3898                  900.9525                  958.0330             30577 
      982.0984                 1032.4170                 1057.7095             30578 
     1065.3158                 1073.7867                 1128.1308             30579 
     1135.5034                 1154.2375                 1189.2946             30580 
     1254.0295                 1310.2269                 1362.2835             30581 
     1377.8008                 1397.9769                 1412.7138             30582 
     1441.9624                 1461.3788                 1479.2002             30583 
     1485.9114                 1496.3261                 1822.4026             30584 
     1998.9938                 3064.1835                 3076.0618             30585 
     3080.4670                 3126.1438                 3159.0148             30586 
     3176.7132                 3692.5900                 3742.7777             30587 
Zero-point correction (Hartree): 0.151109 30588 
 30589 
TS.diHPCARP_I.14aldHshift.mmmtmmd 30590 
--------------------------------- 30591 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14017248  30592 
Electronic state : 2-A 30593 
Cartesian coordinates (Angs): 30594 
     C       2.039312     -1.012999      -0.235045 30595 
     C       1.048072      0.210721      -0.133626 30596 
     O       1.106459      0.438127       1.254610 30597 
     O       2.436574      0.386523       1.619255 30598 
     H       2.679833     -0.646256       0.849658 30599 
     O       2.129123     -1.836894      -1.058590 30600 
     C       1.651499      1.327018      -0.969538 30601 
     H       1.619867      1.055580      -2.023636 30602 
     H       2.678831      1.511722      -0.666214 30603 
     H       1.056329      2.224917      -0.816740 30604 
     C      -0.371816     -0.175300      -0.559630 30605 
     H      -0.284503     -0.826065      -1.434152 30606 
     O      -1.101253      0.915741      -1.067710 30607 
     O      -1.321795      1.841966      -0.014904 30608 
     H      -2.213761      1.583653       0.263868 30609 
     C      -1.111942     -0.926600       0.541293 30610 
     O      -2.393090     -1.342302       0.110669 30611 
     H      -0.574846     -1.848476       0.773690 30612 
     H      -1.193829     -0.334515       1.450338 30613 
     O      -3.281888     -0.238137       0.258821 30614 
     H      -3.891728     -0.577793       0.925264 30615 
Rotational constants (GHz):    1.4324500    0.6428500    0.5815900 30616 
Vibrational harmonic frequencies (cm-1): 30617 
    i2008.4590                   52.5308                   78.2983             30618 
      116.3820                  132.6766                  158.5246             30619 
      181.6552                  196.9397                  220.8850             30620 
      247.9031                  259.1471                  267.3929             30621 
      313.5472                  325.3380                  349.3466             30622 
      417.0789                  480.2032                  492.1404             30623 
      517.0068                  556.9004                  574.1837             30624 
      646.1562                  705.7638                  814.1670             30625 
      857.0083                  894.9753                  956.4398             30626 
      988.7424                 1004.5072                 1055.0371             30627 
     1071.7319                 1104.1608                 1123.4507             30628 
     1132.2854                 1154.4361                 1194.5036             30629 
     1260.8598                 1308.7765                 1321.7002             30630 
     1391.4657                 1396.9845                 1400.9475             30631 
     1425.8040                 1440.4566                 1468.5768             30632 
     1477.1759                 1498.3844                 1816.3452             30633 
     1999.1521                 3081.3014                 3083.5654             30634 
     3084.9173                 3151.7159                 3164.7112             30635 
     3176.8392                 3753.8138                 3825.4149             30636 
Zero-point correction (Hartree): 0.150747 30637 
 30638 
TS.diHPCARP_I.14aldHshift.mmmtppd 30639 
--------------------------------- 30640 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13885427  30641 
Electronic state : 2-A 30642 
Cartesian coordinates (Angs): 30643 
     C      -1.603584      1.364532      -0.182991 30644 
     C      -1.009066     -0.096541      -0.184676 30645 
     O      -1.322904     -0.476280       1.134304 30646 
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     O      -2.624211     -0.082424       1.371807 30647 
     H      -2.460493      1.068409       0.764564 30648 
     O      -1.358715      2.273388      -0.874953 30649 
     C      -1.768878     -0.872108      -1.248063 30650 
     H      -1.516864     -0.486622      -2.234847 30651 
     H      -2.839897     -0.789063      -1.081890 30652 
     H      -1.468970     -1.916293      -1.187725 30653 
     C       0.506111     -0.087756      -0.395217 30654 
     H       0.723964      0.645216      -1.175606 30655 
     O       0.981403     -1.285737      -0.964546 30656 
     O       0.773550     -2.337619      -0.029159 30657 
     H       1.681782     -2.546706       0.224869 30658 
     C       1.248177      0.296405       0.877365 30659 
     O       2.643177      0.304052       0.686005 30660 
     H       0.895823      1.270445       1.230520 30661 
     H       1.082644     -0.441718       1.659304 30662 
     O       2.936852      1.307862      -0.279574 30663 
     H       3.432247      1.943209       0.251242 30664 
Rotational constants (GHz):    1.2296400    0.7099000    0.5868400 30665 
Vibrational harmonic frequencies (cm-1): 30666 
    i2003.0694                   31.0847                   53.7608             30667 
      100.5262                  128.2342                  145.5837             30668 
      151.6348                  202.0316                  211.3014             30669 
      223.3062                  242.0372                  267.7840             30670 
      289.5198                  324.8233                  332.1606             30671 
      359.6809                  416.1115                  479.9114             30672 
      513.9289                  555.2017                  579.8164             30673 
      673.0979                  706.4005                  806.9208             30674 
      860.5488                  901.9464                  955.8454             30675 
      990.6694                  997.3887                 1055.6720             30676 
     1072.8153                 1101.1003                 1128.2059             30677 
     1140.7649                 1156.0210                 1195.8739             30678 
     1263.0399                 1301.3996                 1325.4117             30679 
     1387.5848                 1396.0880                 1399.7382             30680 
     1411.8749                 1427.8354                 1471.6863             30681 
     1477.9057                 1498.8241                 1818.3383             30682 
     2000.1617                 3056.1987                 3082.4034             30683 
     3097.2885                 3155.0128                 3163.5099             30684 
     3176.2879                 3812.3689                 3830.1576             30685 
Zero-point correction (Hartree): 0.150142 30686 
 30687 
TS.diHPCARP_I.14aldHshift.mmtmmpd 30688 
--------------------------------- 30689 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.16978516  30690 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.04722798  30691 
     T1 diagnostic:  0.023190  30692 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00799454  30693 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02154034  30694 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01596912  30695 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02638124  30696 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47145410  30697 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46038391  30698 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14214706  30699 
Electronic state : 2-A 30700 
Cartesian coordinates (Angs): 30701 
     C      -0.751915      1.520446       0.122273 30702 
     C       0.506743      0.599272       0.253469 30703 
     O       1.048337      0.716324      -1.042003 30704 
     O       0.956366      2.048697      -1.400497 30705 
     H      -0.254153      2.166466      -0.898597 30706 
     O      -1.661390      1.664620       0.848191 30707 
     C       1.377692      1.228267       1.333374 30708 
     H       0.842251      1.237357       2.281771 30709 
     H       1.643513      2.244987       1.055257 30710 
     H       2.282091      0.633765       1.451820 30711 
     C       0.152031     -0.863812       0.534605 30712 
     H      -0.444216     -0.877898       1.450372 30713 
     O       1.292912     -1.622808       0.873436 30714 
     O       2.056086     -1.862368      -0.301162 30715 
     H       2.593636     -1.061706      -0.387497 30716 
     C      -0.646871     -1.500150      -0.598181 30717 
     O      -1.809446     -0.748103      -0.871248 30718 
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     H      -0.083493     -1.485389      -1.526854 30719 
     H      -0.904561     -2.526183      -0.336142 30720 
     O      -2.715785     -0.967106       0.204472 30721 
     H      -2.837777     -0.069589       0.547114 30722 
Rotational constants (GHz):    1.0530100    0.9445800    0.6707000 30723 
Vibrational harmonic frequencies (cm-1): 30724 
    i1989.6085                   57.2310                  104.8505             30725 
      128.8500                  154.3406                  177.1738             30726 
      181.1811                  202.3371                  217.0907             30727 
      248.6631                  266.5616                  283.4700             30728 
      312.7184                  324.0598                  351.1731             30729 
      370.4045                  450.6300                  487.5059             30730 
      508.0690                  584.5074                  595.1405             30731 
      621.0177                  716.1322                  771.6264             30732 
      875.1662                  935.4429                  954.5329             30733 
      975.2916                 1023.4466                 1064.3310             30734 
     1074.8913                 1115.2705                 1124.9162             30735 
     1127.3828                 1139.3247                 1197.2476             30736 
     1253.9705                 1284.8808                 1330.2761             30737 
     1380.4985                 1399.2681                 1409.8540             30738 
     1427.7066                 1443.1091                 1484.4267             30739 
     1487.4912                 1493.8133                 1816.9103             30740 
     1976.7650                 3078.8258                 3093.3199             30741 
     3099.8738                 3155.9112                 3173.3372             30742 
     3178.2442                 3776.5321                 3778.5795             30743 
Zero-point correction (Hartree): 0.150919 30744 
 30745 
TS.diHPCARP_I.14aldHshift.mpmppmd 30746 
--------------------------------- 30747 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14052230  30748 
Electronic state : 2-A 30749 
Cartesian coordinates (Angs): 30750 
     C       1.658490     -0.620273      -0.233806 30751 
     C       0.604107      0.540036      -0.175338 30752 
     O       0.301505      0.545192       1.204426 30753 
     O       1.489423      0.370605       1.895210 30754 
     H       1.934706     -0.540485       1.025070 30755 
     O       2.130706     -1.163662      -1.153653 30756 
     C       1.356000      1.779604      -0.642990 30757 
     H       1.693383      1.629789      -1.668164 30758 
     H       2.219836      1.956023      -0.005603 30759 
     H       0.689794      2.637863      -0.611084 30760 
     C      -0.710458      0.246523      -0.929601 30761 
     H      -0.660313      0.705723      -1.920511 30762 
     O      -1.825400      0.763435      -0.229860 30763 
     O      -1.685954      2.171601      -0.121980 30764 
     H      -1.423313      2.266394       0.804697 30765 
     C      -0.976144     -1.253397      -1.061988 30766 
     O      -0.531345     -1.986645       0.057434 30767 
     H      -2.038847     -1.425228      -1.232436 30768 
     H      -0.398139     -1.650954      -1.895641 30769 
     O      -1.444644     -1.792180       1.124757 30770 
     H      -1.083399     -1.000853       1.555341 30771 
Rotational constants (GHz):    1.0414300    0.9805600    0.7633500 30772 
Vibrational harmonic frequencies (cm-1): 30773 
    i1824.2514                   71.7494                  107.9365             30774 
      126.8582                  158.3189                  169.0975             30775 
      190.0747                  212.7184                  233.1547             30776 
      253.8600                  272.0222                  286.2463             30777 
      339.6350                  354.9757                  379.1024             30778 
      425.6473                  443.1864                  466.9385             30779 
      499.0776                  557.0902                  612.4693             30780 
      668.3569                  724.0000                  807.0740             30781 
      870.2919                  891.3034                  947.7202             30782 
      978.6305                 1029.0452                 1060.9211             30783 
     1070.2517                 1081.6246                 1115.6221             30784 
     1144.9938                 1162.7151                 1175.8848             30785 
     1248.8275                 1307.9010                 1344.9563             30786 
     1377.8607                 1396.0649                 1404.5148             30787 
     1421.7651                 1464.5696                 1469.7898             30788 
     1487.8857                 1499.5554                 1823.0663             30789 
     2000.6288                 3068.8074                 3079.3505             30790 
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     3092.4317                 3148.7829                 3158.0385             30791 
     3175.1421                 3736.2502                 3782.7017             30792 
Zero-point correction (Hartree): 0.151219 30793 
 30794 
TS.diHPCARP_I.14aldHshift.mppmmpd 30795 
--------------------------------- 30796 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14073786  30797 
Electronic state : 2-A 30798 
Cartesian coordinates (Angs): 30799 
     C      -1.050189      1.101086       0.703243 30800 
     C       0.329647      0.739410       0.055104 30801 
     O       0.142321      1.257943      -1.239274 30802 
     O      -0.461081      2.491110      -1.097003 30803 
     H      -1.264562      2.069935      -0.158229 30804 
     O      -1.545287      0.709041       1.692617 30805 
     C       1.390502      1.481509       0.855186 30806 
     H       1.433454      1.091565       1.870682 30807 
     H       1.164221      2.544733       0.875707 30808 
     H       2.353981      1.323406       0.374975 30809 
     C       0.549299     -0.770998      -0.032246 30810 
     H       0.410872     -1.192684       0.965392 30811 
     O       1.844264     -1.087932      -0.500755 30812 
     O       2.735468     -1.115433       0.610118 30813 
     H       3.035926     -2.032427       0.583614 30814 
     C      -0.420809     -1.429212      -1.010393 30815 
     O      -1.755128     -1.108395      -0.685565 30816 
     H      -0.272018     -1.040360      -2.015789 30817 
     H      -0.278952     -2.509161      -1.003314 30818 
     O      -2.100941     -1.871878       0.464154 30819 
     H      -2.250546     -1.181415       1.127264 30820 
Rotational constants (GHz):    1.0027800    0.9118700    0.6655500 30821 
Vibrational harmonic frequencies (cm-1): 30822 
    i2053.8494                   63.9001                   83.4830             30823 
      126.4439                  157.1230                  172.3251             30824 
      189.0221                  214.3883                  221.3998             30825 
      258.0815                  264.1906                  274.1486             30826 
      287.8869                  335.9356                  350.4015             30827 
      385.2494                  394.0119                  489.2565             30828 
      512.6153                  538.3763                  599.5008             30829 
      638.0549                  691.5792                  761.3270             30830 
      876.2401                  936.8630                  958.8297             30831 
     1018.4220                 1023.2535                 1069.6517             30832 
     1079.2858                 1107.0416                 1119.3452             30833 
     1134.5147                 1146.7169                 1197.6519             30834 
     1262.4763                 1289.0632                 1331.8475             30835 
     1392.1776                 1401.3163                 1408.8039             30836 
     1413.7849                 1447.0880                 1480.4535             30837 
     1484.9413                 1506.1461                 1814.4742             30838 
     1970.6946                 3083.2541                 3091.9385             30839 
     3099.2932                 3163.1591                 3166.6034             30840 
     3174.0157                 3766.5526                 3823.6914             30841 
Zero-point correction (Hartree): 0.150925 30842 
 30843 
TS.diHPCARP_I.14aldHshift.mtmmmmd 30844 
--------------------------------- 30845 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13754827  30846 
Electronic state : 2-A 30847 
Cartesian coordinates (Angs): 30848 
     C       1.551307      0.555420       0.619159 30849 
     C       0.666568     -0.643255       0.105494 30850 
     O       1.094890     -0.733586      -1.228285 30851 
     O       2.468880     -0.582135      -1.223460 30852 
     H       2.421997      0.394936      -0.339452 30853 
     O       1.495400      1.149303       1.622041 30854 
     C       1.058478     -1.843734       0.955991 30855 
     H       0.754716     -1.676556       1.988662 30856 
     H       2.134996     -1.990831       0.914990 30857 
     H       0.557859     -2.728110       0.569294 30858 
     C      -0.819659     -0.305019       0.150018 30859 
     H      -1.040151      0.077229       1.151127 30860 
     O      -1.529766     -1.512407      -0.066232 30861 
     O      -2.895571     -1.251850       0.235945 30862 
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     H      -3.030132     -1.813832       1.008830 30863 
     C      -1.201416      0.725636      -0.905756 30864 
     O      -0.410717      1.889778      -0.773532 30865 
     H      -0.973901      0.340457      -1.897819 30866 
     H      -2.260422      0.968182      -0.829814 30867 
     O      -0.840665      2.553742       0.412510 30868 
     H      -1.156233      3.391474       0.052861 30869 
Rotational constants (GHz):    1.0395000    0.8693200    0.6428100 30870 
Vibrational harmonic frequencies (cm-1): 30871 
    i1943.7055                   54.7349                   75.7529             30872 
      111.6769                  134.7143                  147.2863             30873 
      157.9110                  183.4346                  200.4156             30874 
      209.9810                  220.2632                  252.9777             30875 
      261.5274                  276.4562                  323.1658             30876 
      364.2727                  437.0888                  463.7926             30877 
      502.0420                  545.3528                  595.2275             30878 
      623.2757                  695.4041                  772.6471             30879 
      863.3256                  936.1725                  958.2972             30880 
     1015.6582                 1034.3565                 1069.9387             30881 
     1082.5872                 1099.6128                 1116.5226             30882 
     1132.0337                 1156.2607                 1200.1079             30883 
     1261.4697                 1288.7613                 1338.1055             30884 
     1387.9600                 1395.6420                 1398.3649             30885 
     1411.1985                 1426.1606                 1480.6735             30886 
     1482.7137                 1499.8972                 1814.9175             30887 
     2006.0449                 3070.3102                 3081.6833             30888 
     3101.2139                 3162.4624                 3163.7020             30889 
     3174.7109                 3824.9242                 3831.6884             30890 
Zero-point correction (Hartree): 0.150079 30891 
 30892 
TS.diHPCARP_I.14aldHshift.mtmmmpd 30893 
--------------------------------- 30894 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13984602  30895 
Electronic state : 2-A 30896 
Cartesian coordinates (Angs): 30897 
     C       1.562586      0.538228       0.535493 30898 
     C       0.632586     -0.665288       0.138680 30899 
     O       1.054850     -0.888387      -1.182223 30900 
     O       2.432519     -0.807323      -1.182287 30901 
     H       2.443509      0.227485      -0.389626 30902 
     O       1.504132      1.261125       1.457050 30903 
     C       0.982081     -1.799660       1.092889 30904 
     H       0.695508     -1.528258       2.108181 30905 
     H       2.049883     -2.001353       1.059171 30906 
     H       0.436945     -2.690133       0.788820 30907 
     C      -0.838956     -0.267193       0.153714 30908 
     H      -1.057878      0.142166       1.144929 30909 
     O      -1.585806     -1.453756      -0.043416 30910 
     O      -2.946091     -1.136418       0.227755 30911 
     H      -3.124786     -1.701376       0.989454 30912 
     C      -1.164398      0.760785      -0.923761 30913 
     O      -0.328026      1.893910      -0.809002 30914 
     H      -0.949588      0.347898      -1.907594 30915 
     H      -2.210871      1.053892      -0.861575 30916 
     O      -0.793149      2.648316       0.304840 30917 
     H      -0.033556      2.608701       0.904403 30918 
Rotational constants (GHz):    1.0390400    0.8846800    0.6392600 30919 
Vibrational harmonic frequencies (cm-1): 30920 
    i2061.6827                   61.4318                   81.6343             30921 
      115.7802                  144.0487                  170.9193             30922 
      179.0278                  205.3263                  209.2170             30923 
      223.2711                  253.9919                  261.1003             30924 
      275.1116                  320.1485                  337.2656             30925 
      363.4884                  436.3090                  465.1481             30926 
      501.4338                  544.2459                  594.3692             30927 
      626.4301                  697.8392                  775.2000             30928 
      862.5135                  939.2422                  958.7756             30929 
     1016.2091                 1033.5221                 1070.3541             30930 
     1080.4645                 1108.0258                 1116.7285             30931 
     1130.6950                 1159.3428                 1195.9044             30932 
     1262.0226                 1287.9913                 1342.0045             30933 
     1387.6292                 1396.8500                 1409.3845             30934 
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     1421.2048                 1441.8363                 1482.5087             30935 
     1487.2510                 1498.3636                 1816.4102             30936 
     1974.9755                 3064.5248                 3081.1420             30937 
     3106.4472                 3161.9074                 3166.5392             30938 
     3174.7840                 3772.0934                 3822.9824             30939 
Zero-point correction (Hartree): 0.150526 30940 
 30941 
TS.diHPCARP_I.14aldHshift.mtpmmpd 30942 
--------------------------------- 30943 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14010321  30944 
Electronic state : 2-A 30945 
Cartesian coordinates (Angs): 30946 
     C       1.565532      0.547727       0.524710 30947 
     C       0.637622     -0.661436       0.142111 30948 
     O       1.057596     -0.895594      -1.178351 30949 
     O       2.435180     -0.812039      -1.183698 30950 
     H       2.446726      0.228259      -0.396576 30951 
     O       1.504656      1.284336       1.435030 30952 
     C       0.990227     -1.783750       1.108936 30953 
     H       0.704750     -1.499655       2.120856 30954 
     H       2.057973     -1.985534       1.074262 30955 
     H       0.441209     -2.676475       0.819723 30956 
     C      -0.835570     -0.270852       0.152532 30957 
     H      -1.060151      0.133122       1.143743 30958 
     O      -1.576439     -1.461665      -0.037793 30959 
     O      -2.900667     -1.197883       0.415552 30960 
     H      -3.416282     -1.390489      -0.377016 30961 
     C      -1.166512      0.754300      -0.925430 30962 
     O      -0.345294      1.897771      -0.816653 30963 
     H      -0.946504      0.343207      -1.909411 30964 
     H      -2.216069      1.040200      -0.861871 30965 
     O      -0.812644      2.646954       0.298921 30966 
     H      -0.058562      2.596384       0.905060 30967 
Rotational constants (GHz):    1.0336900    0.8854700    0.6386800 30968 
Vibrational harmonic frequencies (cm-1): 30969 
    i2056.3104                   59.6784                   75.4442             30970 
      107.7288                  143.4916                  170.8857             30971 
      175.9482                  200.0981                  204.7900             30972 
      223.3758                  254.2124                  260.6451             30973 
      276.0836                  320.5662                  346.2966             30974 
      363.5528                  434.6227                  463.5955             30975 
      501.5016                  543.2002                  594.5984             30976 
      628.1253                  697.6329                  774.4645             30977 
      862.9443                  939.5868                  959.7870             30978 
     1017.8754                 1033.6131                 1071.9747             30979 
     1081.8111                 1109.0512                 1116.6041             30980 
     1133.8032                 1154.3433                 1197.3014             30981 
     1264.0374                 1291.9686                 1342.3358             30982 
     1383.7930                 1398.6861                 1415.3239             30983 
     1417.1331                 1443.0714                 1482.4169             30984 
     1485.9445                 1496.7716                 1816.3365             30985 
     1975.8193                 3075.4485                 3083.3264             30986 
     3094.3772                 3156.2621                 3164.2499             30987 
     3176.7568                 3768.4632                 3831.2990             30988 
Zero-point correction (Hartree): 0.150503 30989 
 30990 
TS.diHPCARP_I.14aldHshift.mtpppmd 30991 
--------------------------------- 30992 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14038788  30993 
Electronic state : 2-A 30994 
Cartesian coordinates (Angs): 30995 
     C       1.796181     -0.573744      -0.581538 30996 
     C       0.841801      0.532541      -0.017414 30997 
     O       0.656495      0.060208       1.301847 30998 
     O       1.884862     -0.378154       1.755041 30999 
     H       2.197023     -0.936011       0.604038 31000 
     O       2.089076     -0.821278      -1.685421 31001 
     C       1.597181      1.852874      -0.066413 31002 
     H       1.871877      2.086197      -1.094141 31003 
     H       2.494116      1.792479       0.545094 31004 
     H       0.945023      2.634285       0.320352 31005 
     C      -0.520404      0.579075      -0.719692 31006 
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     H      -0.421860      1.168134      -1.638118 31007 
     O      -1.325513      1.289109       0.213667 31008 
     O      -2.670118      1.281489      -0.220390 31009 
     H      -3.019277      0.524533       0.275943 31010 
     C      -1.057631     -0.793219      -1.111265 31011 
     O      -0.915360     -1.775214      -0.113055 31012 
     H      -2.097115     -0.709683      -1.426565 31013 
     H      -0.471999     -1.170431      -1.950086 31014 
     O      -1.758997     -1.408389       0.971913 31015 
     H      -1.124118     -0.956829       1.552604 31016 
Rotational constants (GHz):    1.2494700    0.7882800    0.7302500 31017 
Vibrational harmonic frequencies (cm-1): 31018 
    i1973.7173                   53.9812                   77.6036             31019 
      108.5155                  138.9599                  170.4195             31020 
      212.4256                  218.8330                  225.4171             31021 
      248.9644                  270.2571                  289.0124             31022 
      340.3993                  358.6141                  409.3260             31023 
      469.4620                  479.1486                  499.0868             31024 
      532.6902                  548.2564                  627.1475             31025 
      668.4512                  734.6441                  819.9050             31026 
      853.3702                  896.7453                  955.9283             31027 
      974.0820                 1036.9956                 1047.1785             31028 
     1073.2925                 1078.2172                 1125.1846             31029 
     1128.5201                 1169.3734                 1185.8338             31030 
     1252.4639                 1299.4438                 1361.6881             31031 
     1384.3158                 1398.3624                 1411.7356             31032 
     1437.3540                 1448.4306                 1487.2949             31033 
     1491.0587                 1498.8314                 1823.2222             31034 
     2000.0828                 3048.8729                 3077.2441             31035 
     3096.8242                 3142.2505                 3157.4990             31036 
     3173.1337                 3725.9238                 3747.0948             31037 
Zero-point correction (Hartree): 0.151474 31038 
 31039 
TS.diHPCARP_I.14aldHshift.mtptpmd 31040 
--------------------------------- 31041 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13985991  31042 
Electronic state : 2-A 31043 
Cartesian coordinates (Angs): 31044 
     C       1.771440     -1.067795      -0.567847 31045 
     C       1.101202      0.284899      -0.106779 31046 
     O       1.534072      0.321727       1.230410 31047 
     O       2.874004     -0.008631       1.228611 31048 
     H       2.707475     -0.966499       0.346391 31049 
     O       1.511561     -1.763878      -1.467998 31050 
     C       1.701800      1.373953      -0.983336 31051 
     H       1.357769      1.249092      -2.009087 31052 
     H       2.787221      1.324242      -0.952655 31053 
     H       1.371008      2.340983      -0.612511 31054 
     C      -0.419173      0.209005      -0.161376 31055 
     H      -0.680649     -0.137705      -1.164853 31056 
     O      -0.910672      1.529573       0.003377 31057 
     O      -2.223790      1.586057      -0.539645 31058 
     H      -2.764206      1.477054       0.256202 31059 
     C      -0.985528     -0.731797       0.893812 31060 
     O      -2.397944     -0.743633       0.884861 31061 
     H      -0.599528     -1.745098       0.749911 31062 
     H      -0.724516     -0.378581       1.890104 31063 
     O      -2.826740     -1.303788      -0.346971 31064 
     H      -2.956952     -0.512499      -0.891506 31065 
Rotational constants (GHz):    1.3882300    0.6358100    0.5733900 31066 
Vibrational harmonic frequencies (cm-1): 31067 
    i2004.9922                   48.4598                   80.7538             31068 
      118.7443                  141.9524                  159.5772             31069 
      169.7707                  208.5388                  219.0694             31070 
      257.5684                  268.3683                  283.8410             31071 
      343.5057                  358.0599                  388.8530             31072 
      428.5941                  469.5608                  499.5826             31073 
      507.4751                  545.6123                  557.3738             31074 
      625.9406                  702.2564                  828.2892             31075 
      879.9687                  902.1136                  960.4911             31076 
      995.7617                 1032.7306                 1061.0029             31077 
     1075.6024                 1094.6810                 1122.0672             31078 
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     1148.0565                 1157.1611                 1190.1987             31079 
     1271.1456                 1302.0711                 1343.8760             31080 
     1381.7591                 1400.2730                 1422.6244             31081 
     1430.5331                 1439.2475                 1469.7893             31082 
     1480.7877                 1497.8539                 1816.4873             31083 
     2004.7563                 3061.9433                 3076.6744             31084 
     3084.4693                 3148.2635                 3165.4633             31085 
     3177.8435                 3759.1898                 3785.5236             31086 
Zero-point correction (Hartree): 0.151161 31087 
 31088 
TS.diHPCARP_I.14aldHshift.mtttmmd 31089 
--------------------------------- 31090 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13843487  31091 
Electronic state : 2-A 31092 
Cartesian coordinates (Angs): 31093 
     C      -1.956645     -0.744307       0.787845 31094 
     C      -1.111918      0.301686      -0.036422 31095 
     O      -1.368592     -0.164726      -1.338951 31096 
     O      -2.723776     -0.414398      -1.419677 31097 
     H      -2.763186     -0.959115      -0.224557 31098 
     O      -1.867599     -1.069128       1.906061 31099 
     C      -1.712418      1.664961       0.267338 31100 
     H      -1.500812      1.933364       1.301518 31101 
     H      -2.787014      1.650359       0.103914 31102 
     H      -1.251415      2.398307      -0.389502 31103 
     C       0.381031      0.200216       0.263912 31104 
     H       0.500262      0.239449       1.349875 31105 
     O       1.005962      1.338959      -0.296633 31106 
     O       2.069024      1.742938       0.548848 31107 
     H       2.807719      1.215909       0.205434 31108 
     C       0.967229     -1.102215      -0.267970 31109 
     O       2.253842     -1.380436       0.256540 31110 
     H       0.361772     -1.947142       0.068068 31111 
     H       0.997032     -1.094953      -1.357123 31112 
     O       3.198131     -0.570045      -0.432218 31113 
     H       3.696039     -1.223540      -0.937599 31114 
Rotational constants (GHz):    1.4142300    0.6081400    0.5630800 31115 
Vibrational harmonic frequencies (cm-1): 31116 
    i1992.7901                   47.9374                   52.5865             31117 
      105.0096                  112.3077                  147.2647             31118 
      150.3573                  180.7722                  201.8436             31119 
      226.3574                  259.8093                  279.9185             31120 
      306.9095                  329.4269                  351.8404             31121 
      403.9364                  449.8952                  501.4972             31122 
      517.1139                  539.7590                  557.5965             31123 
      617.8611                  701.6884                  819.3768             31124 
      872.6954                  906.7983                  971.6069             31125 
      983.9337                 1041.4850                 1061.7576             31126 
     1074.3809                 1101.1930                 1120.9636             31127 
     1127.1494                 1160.0751                 1182.9101             31128 
     1265.1172                 1311.0794                 1330.4158             31129 
     1376.8745                 1385.3595                 1399.7354             31130 
     1432.0071                 1454.1478                 1460.5149             31131 
     1480.2114                 1495.8039                 1814.7143             31132 
     2001.8333                 3075.6606                 3081.0699             31133 
     3084.2875                 3138.2372                 3164.6651             31134 
     3178.4071                 3734.3589                 3830.2092             31135 
Zero-point correction (Hartree): 0.150270 31136 
 31137 
TS.diHPCARP_I.14aldHshift.mtttppd 31138 
--------------------------------- 31139 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13912754  31140 
Electronic state : 2-A 31141 
Cartesian coordinates (Angs): 31142 
     C      -1.721713     -1.072618       0.625511 31143 
     C      -1.102387      0.276538       0.092707 31144 
     O      -1.550613      0.229636      -1.240366 31145 
     O      -2.879727     -0.140957      -1.207352 31146 
     H      -2.674642     -1.044328      -0.275878 31147 
     O      -1.421511     -1.726714       1.545096 31148 
     C      -1.725762      1.389595       0.920004 31149 
     H      -1.369483      1.323743       1.947090 31150 
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     H      -2.809845      1.312400       0.901151 31151 
     H      -1.418581      2.344038       0.499529 31152 
     C       0.419920      0.257937       0.129799 31153 
     H       0.721027     -0.034257       1.138389 31154 
     O       0.886422      1.571495      -0.118160 31155 
     O       2.097569      1.760310       0.595883 31156 
     H       2.740354      1.303519       0.032559 31157 
     C       1.005899     -0.701276      -0.896069 31158 
     O       2.420961     -0.690528      -0.847285 31159 
     H       0.628914     -1.718529      -0.756849 31160 
     H       0.771091     -0.357608      -1.902217 31161 
     O       2.810560     -1.249124       0.404899 31162 
     H       3.246141     -2.062981       0.122790 31163 
Rotational constants (GHz):    1.3461900    0.6425300    0.5740800 31164 
Vibrational harmonic frequencies (cm-1): 31165 
    i1983.6578                   45.8190                   67.3809             31166 
      104.2956                  127.3638                  143.3990             31167 
      151.3813                  190.0806                  204.4186             31168 
      238.8725                  260.1825                  272.3100             31169 
      286.3394                  344.3867                  360.7680             31170 
      392.7822                  429.2432                  483.7118             31171 
      501.3317                  541.9013                  556.7208             31172 
      623.4803                  702.3755                  828.5640             31173 
      877.1160                  899.7022                  957.6644             31174 
      993.5878                 1037.1226                 1058.8827             31175 
     1075.3397                 1091.7510                 1124.0345             31176 
     1140.7076                 1155.1697                 1189.1439             31177 
     1268.5977                 1301.9337                 1334.3877             31178 
     1377.0481                 1395.6077                 1399.5221             31179 
     1429.9614                 1444.7997                 1465.5177             31180 
     1480.1647                 1495.8434                 1817.4785             31181 
     2002.5203                 3060.5634                 3084.0019             31182 
     3093.2480                 3148.5112                 3165.2249             31183 
     3178.4903                 3766.6860                 3824.0665             31184 
Zero-point correction (Hartree): 0.150340 31185 
 31186 
TS.diHPCARP_I.14aldHshift.pmpmmpd 31187 
--------------------------------- 31188 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14025176  31189 
Electronic state : 2-A 31190 
Cartesian coordinates (Angs): 31191 
     C      -1.879704      0.653764      -0.308640 31192 
     C      -0.387116      0.457322       0.140904 31193 
     O       0.183274      1.632732      -0.399206 31194 
     O      -0.680138      2.675708      -0.128632 31195 
     H      -1.739507      1.949241      -0.425194 31196 
     O      -2.780043     -0.092622      -0.327645 31197 
     C      -0.424078      0.466991       1.665987 31198 
     H      -0.893375     -0.442874       2.031144 31199 
     H      -0.976898      1.334778       2.018568 31200 
     H       0.597203      0.528598       2.035916 31201 
     C       0.327659     -0.721675      -0.549089 31202 
     H       0.633269     -0.365539      -1.534129 31203 
     O      -0.526190     -1.797185      -0.860600 31204 
     O      -1.055803     -2.331256       0.348538 31205 
     H      -1.984543     -2.069392       0.265536 31206 
     C       1.561761     -1.199207       0.209113 31207 
     O       2.402642     -0.126813       0.569232 31208 
     H       1.279698     -1.664702       1.153056 31209 
     H       2.096919     -1.924369      -0.405835 31210 
     O       2.883757      0.466875      -0.630906 31211 
     H       2.376118      1.291567      -0.654958 31212 
Rotational constants (GHz):    1.1548600    0.8975600    0.6092100 31213 
Vibrational harmonic frequencies (cm-1): 31214 
    i1993.4013                   80.1265                  107.3585             31215 
      144.5191                  157.6184                  168.7846             31216 
      176.2489                  217.8516                  224.7267             31217 
      239.9538                  283.8779                  301.6947             31218 
      336.4885                  352.7688                  406.7635             31219 
      418.4597                  429.3256                  475.2382             31220 
      503.9221                  563.1574                  591.6606             31221 
      646.8450                  721.6187                  730.7056             31222 
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      887.5544                  936.5085                  953.5698             31223 
      978.9862                 1018.9294                 1063.9675             31224 
     1086.1820                 1107.5138                 1123.4095             31225 
     1130.3023                 1155.0822                 1191.1565             31226 
     1257.8579                 1282.0384                 1345.2694             31227 
     1380.7403                 1395.4963                 1411.0211             31228 
     1434.1127                 1437.5923                 1481.2415             31229 
     1491.2586                 1511.2930                 1811.1933             31230 
     1992.7956                 3082.0931                 3089.8170             31231 
     3106.9754                 3147.0940                 3170.2716             31232 
     3181.6636                 3772.1978                 3774.3125             31233 
Zero-point correction (Hartree): 0.151428 31234 
 31235 
TS.diHPCARP_I.14aldHshift.ppmmmpd 31236 
--------------------------------- 31237 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14024573  31238 
Electronic state : 2-A 31239 
Cartesian coordinates (Angs): 31240 
     C      -1.762902      0.881425      -0.213142 31241 
     C      -0.295547      0.517311       0.227449 31242 
     O       0.416966      1.450524      -0.550873 31243 
     O      -0.237963      2.662927      -0.453330 31244 
     H      -1.421539      2.095846      -0.553793 31245 
     O      -2.774499      0.303776      -0.105726 31246 
     C      -0.253652      0.797457       1.723674 31247 
     H      -0.782050      0.003750       2.250215 31248 
     H      -0.714511      1.755046       1.954120 31249 
     H       0.788162      0.826475       2.038695 31250 
     C       0.174331     -0.889253      -0.174136 31251 
     H       0.246968     -0.942296      -1.259613 31252 
     O      -0.727104     -1.875286       0.286839 31253 
     O      -1.637089     -2.206102      -0.750471 31254 
     H      -2.439249     -1.746653      -0.464745 31255 
     C       1.511962     -1.268883       0.468815 31256 
     O       2.463431     -0.237777       0.433051 31257 
     H       1.361953     -1.476117       1.529260 31258 
     H       1.889734     -2.168217      -0.018725 31259 
     O       2.806585     -0.021305      -0.929534 31260 
     H       2.342752      0.809759      -1.111021 31261 
Rotational constants (GHz):    1.1324800    0.8667600    0.6007200 31262 
Vibrational harmonic frequencies (cm-1): 31263 
    i1962.0263                   57.0512                   95.6140             31264 
      128.6698                  158.3866                  162.3191             31265 
      191.5028                  215.6758                  220.2902             31266 
      248.0570                  273.0798                  285.3239             31267 
      327.7562                  375.2318                  405.7349             31268 
      432.8286                  447.3925                  477.3042             31269 
      500.5955                  509.5573                  577.2633             31270 
      663.2975                  695.6377                  732.4075             31271 
      877.6169                  929.7634                  963.9198             31272 
     1017.9562                 1022.5318                 1066.6294             31273 
     1077.3603                 1109.8348                 1122.3644             31274 
     1143.5148                 1154.9610                 1191.4972             31275 
     1264.9575                 1288.3232                 1330.0025             31276 
     1381.3039                 1394.5147                 1405.3970             31277 
     1435.8255                 1440.3457                 1477.9751             31278 
     1487.8213                 1509.8090                 1814.8269             31279 
     1992.4658                 3078.3056                 3081.0554             31280 
     3116.0001                 3137.0118                 3163.1260             31281 
     3167.7891                 3769.7366                 3790.4853             31282 
Zero-point correction (Hartree): 0.151238 31283 
 31284 
TS.diHPCARP_I.14aldHshift.tmpmmmd 31285 
--------------------------------- 31286 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14043805  31287 
Electronic state : 2-A 31288 
Cartesian coordinates (Angs): 31289 
     C       1.001062     -0.554271       1.170712 31290 
     C       0.526006     -0.473289      -0.322832 31291 
     O       1.752673     -0.195096      -0.966314 31292 
     O       2.716139     -0.996219      -0.378977 31293 
     H       2.233063     -0.791130       0.841475 31294 
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     O       0.400760     -0.586174       2.172011 31295 
     C      -0.022807     -1.851110      -0.671554 31296 
     H      -0.866292     -2.098509      -0.032961 31297 
     H       0.766250     -2.590096      -0.552766 31298 
     H      -0.353659     -1.842953      -1.709245 31299 
     C      -0.427224      0.684152      -0.644547 31300 
     H      -0.838029      0.513908      -1.641589 31301 
     O       0.263159      1.909896      -0.777939 31302 
     O       1.036288      2.111827       0.398669 31303 
     H       1.921342      1.902357       0.064391 31304 
     C      -1.568672      0.877131       0.354552 31305 
     O      -2.327671     -0.289064       0.577879 31306 
     H      -1.173737      1.141457       1.334117 31307 
     H      -2.202305      1.686749      -0.012385 31308 
     O      -2.925673     -0.642590      -0.667512 31309 
     H      -3.862222     -0.518099      -0.471553 31310 
Rotational constants (GHz):    1.2598700    0.7821300    0.6860900 31311 
Vibrational harmonic frequencies (cm-1): 31312 
    i1855.9888                   60.6249                   85.0943             31313 
      128.2874                  134.0951                  159.9624             31314 
      177.4679                  189.6040                  199.8242             31315 
      231.4728                  258.2805                  269.6532             31316 
      305.5907                  342.7964                  368.9340             31317 
      431.5447                  442.9443                  480.1002             31318 
      491.9219                  546.1749                  614.5910             31319 
      648.5671                  708.5663                  760.4149             31320 
      873.1332                  935.2616                  950.8487             31321 
      976.5723                 1033.1547                 1061.9168             31322 
     1092.0760                 1101.4021                 1115.6038             31323 
     1120.8536                 1169.3307                 1185.6903             31324 
     1261.3039                 1282.3729                 1338.0526             31325 
     1373.3518                 1388.3630                 1402.5147             31326 
     1412.1036                 1424.8221                 1484.7312             31327 
     1491.8486                 1497.3638                 1817.3690             31328 
     2002.0498                 3077.6073                 3083.1330             31329 
     3100.8674                 3154.9679                 3162.5506             31330 
     3184.5672                 3771.5265                 3829.5150             31331 
Zero-point correction (Hartree): 0.150800 31332 
 31333 
TS.diHPCARP_I.14aldHshift.tmptmpd 31334 
--------------------------------- 31335 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13959185  31336 
Electronic state : 2-A 31337 
Cartesian coordinates (Angs): 31338 
     C       1.357172     -0.319600       1.141387 31339 
     C       1.010677     -0.315003      -0.390452 31340 
     O       1.731327      0.816829      -0.818521 31341 
     O       2.953930      0.793069      -0.170936 31342 
     H       2.411540      0.420390       0.980073 31343 
     O       0.930491     -0.964433       2.016542 31344 
     C       1.559080     -1.622218      -0.949020 31345 
     H       1.090435     -2.475554      -0.462127 31346 
     H       2.633073     -1.665122      -0.783209 31347 
     H       1.363077     -1.661934      -2.019665 31348 
     C      -0.463637     -0.083167      -0.723179 31349 
     H      -0.609641     -0.262316      -1.791839 31350 
     O      -0.819646      1.282974      -0.591243 31351 
     O      -0.453100      1.712119       0.714588 31352 
     H       0.305455      2.277846       0.506192 31353 
     C      -1.427359     -0.976016       0.052502 31354 
     O      -2.737872     -0.793056      -0.436065 31355 
     H      -1.187400     -2.027259      -0.113594 31356 
     H      -1.399683     -0.764778       1.120269 31357 
     O      -3.338648      0.277428       0.276826 31358 
     H      -2.954309      1.055319      -0.153049 31359 
Rotational constants (GHz):    1.5410700    0.6552300    0.6146000 31360 
Vibrational harmonic frequencies (cm-1): 31361 
    i1884.1825                   61.3560                   71.8580             31362 
      117.6137                  126.0424                  156.8859             31363 
      179.1673                  195.2701                  215.4804             31364 
      257.9926                  276.2333                  301.7679             31365 
      322.1734                  346.0034                  404.3597             31366 
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      414.1287                  422.6537                  488.3290             31367 
      502.3246                  560.9909                  612.1130             31368 
      637.5762                  711.3857                  783.7857             31369 
      883.2336                  919.4112                  950.1248             31370 
      990.3499                  999.7997                 1058.7170             31371 
     1092.6413                 1099.3730                 1123.0290             31372 
     1134.3091                 1150.1282                 1197.4362             31373 
     1261.1290                 1295.6835                 1315.2388             31374 
     1384.7294                 1402.7137                 1409.6993             31375 
     1414.8251                 1440.6933                 1465.1924             31376 
     1484.6266                 1501.6867                 1815.7570             31377 
     2002.6917                 3076.5806                 3081.6992             31378 
     3089.8623                 3151.2348                 3158.1847             31379 
     3169.5646                 3771.7236                 3773.9199             31380 
Zero-point correction (Hartree): 0.150886 31381 
 31382 
TS.diHPCARP_I.14aldHshift.tmptppd 31383 
--------------------------------- 31384 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13927625  31385 
Electronic state : 2-A 31386 
Cartesian coordinates (Angs): 31387 
     C       1.426797     -0.254889       1.121708 31388 
     C       0.776355     -0.481699      -0.288321 31389 
     O       1.727212      0.144627      -1.117221 31390 
     O       2.978396     -0.204833      -0.640201 31391 
     H       2.610647     -0.056537       0.623904 31392 
     O       0.998492     -0.432843       2.194462 31393 
     C       0.708885     -1.989562      -0.495151 31394 
     H       0.071354     -2.455270       0.253655 31395 
     H       1.708265     -2.413044      -0.427048 31396 
     H       0.303186     -2.189407      -1.485888 31397 
     C      -0.568208      0.221331      -0.485606 31398 
     H      -1.029329     -0.162760      -1.398097 31399 
     O      -0.403491      1.596474      -0.756309 31400 
     O       0.388785      2.151286       0.287129 31401 
     H       1.223469      2.293270      -0.182967 31402 
     C      -1.531193      0.004155       0.678671 31403 
     O      -2.860289      0.241545       0.276535 31404 
     H      -1.441839     -0.995893       1.105758 31405 
     H      -1.333988      0.743675       1.454453 31406 
     O      -3.207247     -0.815797      -0.616030 31407 
     H      -3.962443     -1.203728      -0.158489 31408 
Rotational constants (GHz):    1.3889500    0.6609900    0.6200800 31409 
Vibrational harmonic frequencies (cm-1): 31410 
    i1893.7814                   49.4518                   68.2291             31411 
      125.0414                  136.4855                  146.7238             31412 
      168.8457                  191.5105                  196.9406             31413 
      218.4602                  257.2242                  277.2890             31414 
      308.2865                  330.5463                  347.2176             31415 
      401.1526                  418.9252                  488.7398             31416 
      506.1736                  565.6621                  615.4701             31417 
      645.0974                  713.9293                  795.1143             31418 
      895.5677                  920.2927                  951.2217             31419 
      983.2759                  996.8592                 1059.5436             31420 
     1086.0611                 1098.7915                 1121.8212             31421 
     1137.6918                 1144.4049                 1195.5349             31422 
     1261.4888                 1288.4631                 1313.7623             31423 
     1384.6035                 1392.5121                 1402.4284             31424 
     1410.6185                 1425.5119                 1461.8929             31425 
     1481.4134                 1500.8591                 1815.6759             31426 
     1997.9528                 3076.9027                 3082.7569             31427 
     3099.1983                 3145.3886                 3159.5579             31428 
     3171.0464                 3779.5488                 3836.0168             31429 
Zero-point correction (Hartree): 0.150476 31430 
 31431 
TS.diHPCARP_I.14aldHshift.tmptptd 31432 
--------------------------------- 31433 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13933950  31434 
Electronic state : 2-A 31435 
Cartesian coordinates (Angs): 31436 
     C       1.455926     -0.237914       1.107113 31437 
     C       0.793901     -0.474278      -0.296106 31438 
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     O       1.708756      0.195581      -1.131933 31439 
     O       2.979167     -0.110232      -0.676092 31440 
     H       2.623626      0.010590       0.595522 31441 
     O       1.050757     -0.443988       2.183503 31442 
     C       0.780803     -1.981781      -0.515916 31443 
     H       0.180025     -2.479346       0.242631 31444 
     H       1.797777     -2.364891      -0.473866 31445 
     H       0.361921     -2.190262      -1.499382 31446 
     C      -0.577479      0.181337      -0.469987 31447 
     H      -1.030375     -0.209403      -1.383720 31448 
     O      -0.467323      1.565238      -0.725368 31449 
     O       0.315711      2.138730       0.314476 31450 
     H       1.139983      2.314249      -0.162760 31451 
     C      -1.520208     -0.088818       0.697285 31452 
     O      -2.855506      0.185498       0.350196 31453 
     H      -1.436944     -1.114729       1.060665 31454 
     H      -1.299365      0.595983       1.515131 31455 
     O      -3.250930     -0.855600      -0.546004 31456 
     H      -3.779359     -0.355284      -1.178774 31457 
Rotational constants (GHz):    1.3993500    0.6551100    0.6182700 31458 
Vibrational harmonic frequencies (cm-1): 31459 
    i1888.3225                   45.3369                   65.9684             31460 
      120.3486                  135.6396                  145.4479             31461 
      156.5391                  172.3166                  192.3524             31462 
      216.3354                  256.7161                  274.5958             31463 
      307.7196                  326.9623                  345.0372             31464 
      377.3455                  406.0092                  485.0422             31465 
      493.0053                  568.2806                  614.9353             31466 
      647.6062                  712.9523                  792.5077             31467 
      891.4310                  920.0787                  953.7524             31468 
      983.0116                  996.6902                 1059.5744             31469 
     1088.2077                 1099.0098                 1125.5915             31470 
     1134.5208                 1144.9596                 1195.4358             31471 
     1261.2589                 1282.9314                 1311.3511             31472 
     1382.5927                 1402.2548                 1409.0034             31473 
     1414.3958                 1429.1602                 1464.1604             31474 
     1482.9719                 1501.6542                 1816.1970             31475 
     1999.4388                 3077.4945                 3084.3401             31476 
     3098.3439                 3150.3015                 3159.6165             31477 
     3171.4496                 3778.7020                 3843.5699             31478 
Zero-point correction (Hartree): 0.150296 31479 
 31480 
TS.diHPCARP_I.14aldHshift.tpmmmmd 31481 
--------------------------------- 31482 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13946756  31483 
Electronic state : 2-A 31484 
Cartesian coordinates (Angs): 31485 
     C       1.049106     -1.078305       1.016152 31486 
     C       0.525420     -0.415173      -0.305739 31487 
     O       1.747738      0.091717      -0.815062 31488 
     O       2.709929     -0.885545      -0.640055 31489 
     H       2.259984     -1.202375       0.569999 31490 
     O       0.481598     -1.422426       1.977260 31491 
     C      -0.048887     -1.519525      -1.180685 31492 
     H      -0.819834     -2.072830      -0.652141 31493 
     H       0.755853     -2.187813      -1.477498 31494 
     H      -0.493362     -1.068034      -2.066845 31495 
     C      -0.383642      0.794029      -0.068047 31496 
     H      -0.661094      1.206979      -1.039772 31497 
     O       0.299647      1.778966       0.681947 31498 
     O       0.994871      2.648596      -0.194854 31499 
     H       1.791034      2.133243      -0.396145 31500 
     C      -1.640798      0.519378       0.760108 31501 
     O      -2.426610     -0.543945       0.278554 31502 
     H      -1.368185      0.219796       1.771557 31503 
     H      -2.218492      1.444046       0.800526 31504 
     O      -2.862162     -0.190061      -1.030649 31505 
     H      -3.813195     -0.093852      -0.897556 31506 
Rotational constants (GHz):    1.1384300    0.7764200    0.6456500 31507 
Vibrational harmonic frequencies (cm-1): 31508 
    i1868.5676                   27.4897                   76.8057             31509 
      123.2229                  135.9605                  167.6418             31510 
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      177.0863                  181.1688                  211.6160             31511 
      227.3790                  263.7366                  277.9598             31512 
      304.1933                  336.8294                  378.8427             31513 
      419.4285                  457.4217                  474.4957             31514 
      504.4652                  540.6741                  609.2551             31515 
      616.1709                  690.0130                  738.2560             31516 
      876.6023                  935.6327                  953.4591             31517 
     1017.2035                 1018.6535                 1062.7068             31518 
     1094.8137                 1104.3427                 1122.8091             31519 
     1133.7701                 1168.7603                 1186.8579             31520 
     1265.0648                 1288.0051                 1329.3309             31521 
     1379.5754                 1388.0755                 1406.2727             31522 
     1422.5136                 1454.0900                 1486.7176             31523 
     1487.3922                 1495.9720                 1823.0580             31524 
     2004.5276                 3080.5436                 3082.8797             31525 
     3091.5729                 3148.3540                 3162.5899             31526 
     3183.7851                 3758.4328                 3826.3197             31527 
Zero-point correction (Hartree): 0.150771 31528 
 31529 
TS.diHPCARP_I.14aldHshift.tpmppmd 31530 
--------------------------------- 31531 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13931155  31532 
Electronic state : 2-A 31533 
Cartesian coordinates (Angs): 31534 
     C      -0.654997     -0.944521      -1.040820 31535 
     C      -0.747203     -0.344821       0.413996 31536 
     O      -2.002400      0.304501       0.292595 31537 
     O      -2.869223     -0.576744      -0.327244 31538 
     H      -1.948774     -0.985044      -1.177757 31539 
     O       0.243260     -1.270745      -1.711814 31540 
     C      -0.771835     -1.506954       1.392364 31541 
     H       0.139694     -2.094914       1.303461 31542 
     H      -1.635961     -2.135971       1.194026 31543 
     H      -0.851318     -1.111646       2.405534 31544 
     C       0.273869      0.751906       0.719874 31545 
     H      -0.129484      1.344577       1.547232 31546 
     O       0.417210      1.606849      -0.400150 31547 
     O      -0.529478      2.661496      -0.300517 31548 
     H      -1.358221      2.233642      -0.562912 31549 
     C       1.636463      0.233934       1.166027 31550 
     O       2.166775     -0.817805       0.398032 31551 
     H       2.335603      1.069824       1.192105 31552 
     H       1.538430     -0.182974       2.169374 31553 
     O       2.748468     -0.255529      -0.768005 31554 
     H       2.095366     -0.490951      -1.442889 31555 
Rotational constants (GHz):    1.2233000    0.8134500    0.6839500 31556 
Vibrational harmonic frequencies (cm-1): 31557 
    i1903.1494                   74.7830                   95.8145             31558 
      121.8061                  140.0186                  157.0407             31559 
      188.8300                  194.5895                  241.1036             31560 
      246.3757                  287.4541                  299.4911             31561 
      329.5525                  372.3555                  392.8161             31562 
      408.5198                  424.6887                  449.4341             31563 
      485.3663                  544.6472                  603.3754             31564 
      614.1520                  715.9946                  775.9341             31565 
      871.0378                  911.6343                  943.6048             31566 
      988.2229                 1024.1061                 1062.1442             31567 
     1065.4816                 1094.3249                 1120.6946             31568 
     1146.3514                 1148.7902                 1196.1963             31569 
     1265.4273                 1308.5747                 1353.6273             31570 
     1364.0555                 1398.9940                 1408.6308             31571 
     1437.8519                 1449.6436                 1461.6526             31572 
     1492.5833                 1502.1877                 1820.0153             31573 
     2005.8725                 3060.4540                 3073.6500             31574 
     3086.1732                 3138.0191                 3152.6760             31575 
     3174.6066                 3766.5992                 3771.0992             31576 
Zero-point correction (Hartree): 0.150881 31577 
 31578 
TS.diHPCARP_I.14aldHshift.ttpppmd 31579 
--------------------------------- 31580 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14216321  31581 
Electronic state : 2-A 31582 
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Cartesian coordinates (Angs): 31583 
     C       1.071078     -0.525667       1.119420 31584 
     C       1.011257     -0.022439      -0.376271 31585 
     O       2.001106      0.980508      -0.327691 31586 
     O       3.070403      0.460847       0.371122 31587 
     H       2.308548     -0.109065       1.261730 31588 
     O       0.308770     -1.136313       1.762719 31589 
     C       1.410046     -1.201218      -1.252785 31590 
     H       0.721522     -2.032520      -1.114826 31591 
     H       2.418493     -1.513354      -0.993821 31592 
     H       1.399752     -0.886025      -2.296345 31593 
     C      -0.301076      0.664827      -0.747662 31594 
     H      -0.078009      1.405531      -1.525456 31595 
     O      -0.685485      1.334720       0.444144 31596 
     O      -1.905262      2.011322       0.224650 31597 
     H      -2.542411      1.349700       0.538430 31598 
     C      -1.371302     -0.273249      -1.283680 31599 
     O      -1.662342     -1.364847      -0.439810 31600 
     H      -2.279817      0.287955      -1.500496 31601 
     H      -1.023564     -0.726730      -2.211859 31602 
     O      -2.392671     -0.872738       0.678924 31603 
     H      -1.720677     -0.936997       1.376048 31604 
Rotational constants (GHz):    1.3863300    0.7525500    0.6874900 31605 
Vibrational harmonic frequencies (cm-1): 31606 
    i2032.8806                   88.2383                  117.1395             31607 
      126.4545                  137.4884                  160.8417             31608 
      200.8728                  226.6396                  252.6178             31609 
      260.5475                  283.1848                  318.4172             31610 
      338.4025                  378.0509                  386.0371             31611 
      474.6428                  486.2873                  489.3221             31612 
      534.0224                  544.9453                  595.9267             31613 
      663.4679                  719.8255                  774.5421             31614 
      870.0142                  906.4473                  950.2881             31615 
      982.4955                 1021.6670                 1052.4111             31616 
     1071.7501                 1102.8294                 1128.4061             31617 
     1130.9798                 1154.4983                 1201.0424             31618 
     1256.7434                 1294.2266                 1358.4417             31619 
     1375.9273                 1396.1696                 1407.6183             31620 
     1435.9354                 1448.7102                 1479.6104             31621 
     1498.8589                 1503.7221                 1813.6679             31622 
     1993.8354                 3035.3710                 3074.7450             31623 
     3096.3477                 3141.2070                 3154.6139             31624 
     3175.8042                 3729.8709                 3740.6536             31625 
Zero-point correction (Hartree): 0.151596 31626 
 31627 
 31628 
 31629 
1,5-aldehyde-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-HPCARP-Ib) 31630 
====================================================================================== 31631 
 31632 
TS.diHPCARP_Ib.15aldHshift.dtdppdud 31633 
----------------------------------- 31634 
IRC pathway available 31635 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17490389  31636 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05358172  31637 
     T1 diagnostic:  0.021833  31638 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01092503  31639 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02846002  31640 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01839357  31641 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03324308  31642 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48217422  31643 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.47193432  31644 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14830786  31645 
Electronic state : 2-A 31646 
Cartesian coordinates (Angs): 31647 
     O      -0.426305      2.035649      -0.229600 31648 
     O      -1.583296      1.944097      -0.975531 31649 
     H      -2.170330      0.988930      -0.338632 31650 
     C      -1.933185     -0.179950       0.116524 31651 
     C      -0.437451     -0.247649       0.473465 31652 
     C       0.305525      0.821335      -0.349470 31653 
     O      -2.694417     -1.080040       0.107447 31654 
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     C      -0.311104     -0.058033       1.977686 31655 
     O       0.034237     -1.559847       0.208499 31656 
     H      -0.971790     -0.750325       2.495547 31657 
     H      -0.580607      0.963977       2.239976 31658 
     H       0.717320     -0.252860       2.274825 31659 
     O      -0.223704     -1.882421      -1.152394 31660 
     H      -1.019850     -2.427976      -1.075939 31661 
     H       0.330645      0.514976      -1.395098 31662 
     C       1.704994      1.151529       0.159714 31663 
     O       2.460180      0.009309       0.476050 31664 
     H       2.219410      1.764028      -0.582084 31665 
     H       1.637782      1.709185       1.094979 31666 
     O       2.662295     -0.715365      -0.729261 31667 
     H       2.032831     -1.444370      -0.622785 31668 
Rotational constants (GHz):    1.2186600    0.8458000    0.6603700 31669 
Vibrational harmonic frequencies (cm-1): 31670 
    i2017.1992                   65.6841                   93.8894             31671 
      139.9752                  159.5675                  168.9368             31672 
      196.1744                  220.2686                  249.9085             31673 
      258.6779                  290.5973                  318.4724             31674 
      342.8098                  356.2292                  389.4233             31675 
      418.1540                  448.1996                  457.2713             31676 
      480.0584                  512.6088                  615.5281             31677 
      645.9252                  680.3705                  821.5824             31678 
      892.1178                  936.0643                  960.4663             31679 
     1010.3456                 1041.8221                 1046.6034             31680 
     1095.5626                 1117.9106                 1129.9018             31681 
     1139.0373                 1196.1162                 1213.0855             31682 
     1262.6460                 1291.8595                 1335.1517             31683 
     1388.5988                 1404.3339                 1408.5668             31684 
     1413.1479                 1422.6017                 1484.3377             31685 
     1494.6040                 1511.9814                 1658.6323             31686 
     1935.2859                 3077.2665                 3079.2857             31687 
     3114.8122                 3134.4849                 3160.6646             31688 
     3167.0429                 3769.4977                 3786.5256             31689 
Zero-point correction (Hartree): 0.151295 31690 
 31691 
TS.diHPCARP_Ib.15aldHshift.umdmmudu 31692 
----------------------------------- 31693 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14698403  31694 
Electronic state : 2-A 31695 
Cartesian coordinates (Angs): 31696 
     O       0.160201      2.146457       0.172998 31697 
     O       1.271128      2.405064      -0.600868 31698 
     H       1.999880      1.387265      -0.254229 31699 
     C       1.919166      0.126591      -0.117672 31700 
     C       0.459534     -0.225862       0.243707 31701 
     C      -0.437529      0.930125      -0.248866 31702 
     O       2.778776     -0.636213      -0.388437 31703 
     C       0.372823     -0.458263       1.743470 31704 
     O       0.085585     -1.348586      -0.542138 31705 
     H       1.139655     -1.154516       2.071248 31706 
     H       0.508785      0.492060       2.259186 31707 
     H      -0.606223     -0.869787       1.980514 31708 
     O       0.710206     -2.521737      -0.057880 31709 
     H       1.579282     -2.481269      -0.486327 31710 
     H      -0.480267      0.906389      -1.339118 31711 
     C      -1.838936      0.949990       0.355259 31712 
     O      -2.456275     -0.310863       0.369867 31713 
     H      -2.447019      1.675242      -0.187221 31714 
     H      -1.782737      1.246419       1.403457 31715 
     O      -2.653773     -0.708537      -0.979821 31716 
     H      -1.928489     -1.341963      -1.092651 31717 
Rotational constants (GHz):    1.1380100    0.8873300    0.6051000 31718 
Vibrational harmonic frequencies (cm-1): 31719 
    i1974.8256                   64.1866                   99.4852             31720 
      136.2340                  165.2921                  186.4368             31721 
      200.8800                  224.2246                  254.3570             31722 
      277.3233                  295.6688                  309.8092             31723 
      344.8458                  360.8710                  401.5965             31724 
      419.0755                  450.5973                  473.1171             31725 
      501.1935                  538.5863                  591.2173             31726 
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      642.1766                  675.0568                  811.8038             31727 
      897.0433                  922.7255                  962.3623             31728 
     1022.8077                 1034.4758                 1057.3849             31729 
     1096.6589                 1126.1235                 1135.6965             31730 
     1143.1125                 1195.7529                 1204.2750             31731 
     1260.8578                 1292.2822                 1333.0562             31732 
     1386.6501                 1406.0038                 1414.5605             31733 
     1439.9690                 1451.4573                 1483.5794             31734 
     1496.4989                 1509.1440                 1658.5748             31735 
     1924.9167                 3079.3872                 3081.9568             31736 
     3096.2301                 3135.3661                 3161.7066             31737 
     3177.1031                 3755.7601                 3758.7759             31738 
Zero-point correction (Hartree): 0.151558 31739 
 31740 
TS.diHPCARP_Ib.15aldHshift.umdmmuud 31741 
----------------------------------- 31742 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14251690  31743 
Electronic state : 2-A 31744 
Cartesian coordinates (Angs): 31745 
     O       0.150085     -1.644987      -0.702437 31746 
     O       1.037178     -0.963123      -1.517497 31747 
     H       0.457234      0.231740      -1.594786 31748 
     C      -0.180285      1.101686      -0.943805 31749 
     C      -0.892217      0.325984       0.190730 31750 
     C      -0.066741     -0.929500       0.509649 31751 
     O      -0.202566      2.252017      -1.167054 31752 
     C      -1.159103      1.220165       1.384155 31753 
     O      -2.091986     -0.015756      -0.495843 31754 
     H      -0.231258      1.638587       1.769659 31755 
     H      -1.804488      2.036491       1.067801 31756 
     H      -1.657990      0.649058       2.166642 31757 
     O      -2.822667     -0.953771       0.281481 31758 
     H      -2.788183     -1.731834      -0.290996 31759 
     H      -0.687924     -1.604611       1.097421 31760 
     C       1.197022     -0.619959       1.298093 31761 
     O       1.882974      0.514976       0.798377 31762 
     H       1.863460     -1.481160       1.299233 31763 
     H       0.916947     -0.390708       2.327604 31764 
     O       3.034547      0.102990       0.083704 31765 
     H       2.639629     -0.276594      -0.721360 31766 
Rotational constants (GHz):    1.3229400    0.7790700    0.7104000 31767 
Vibrational harmonic frequencies (cm-1): 31768 
    i1670.0971                   35.5312                   79.4362             31769 
      101.1826                  148.7819                  167.6386             31770 
      200.3649                  230.1196                  255.8126             31771 
      263.2943                  266.1531                  316.9373             31772 
      332.3317                  352.7086                  374.3713             31773 
      436.4887                  497.9695                  512.3963             31774 
      528.4716                  548.5136                  578.7540             31775 
      652.3641                  767.3807                  785.9443             31776 
      863.2019                  940.5601                  961.3333             31777 
      971.7418                 1025.0073                 1045.6987             31778 
     1048.7868                 1084.2181                 1126.9275             31779 
     1145.6711                 1157.3733                 1219.6045             31780 
     1233.2976                 1292.0134                 1339.6225             31781 
     1380.8353                 1395.8223                 1406.1501             31782 
     1407.8967                 1471.5105                 1477.5648             31783 
     1489.0396                 1498.5594                 1667.7107             31784 
     1969.1781                 3075.9643                 3081.6280             31785 
     3125.5514                 3141.6387                 3157.8953             31786 
     3167.6698                 3661.7456                 3804.2815             31787 
Zero-point correction (Hartree): 0.150971 31788 
 31789 
TS.diHPCARP_Ib.15aldHshift.umdmpddu 31790 
----------------------------------- 31791 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14509444  31792 
Electronic state : 2-A 31793 
Cartesian coordinates (Angs): 31794 
     O       0.403636      2.119031       0.273598 31795 
     O       1.624765      2.292836      -0.343640 31796 
     H       2.186726      1.166775      -0.027470 31797 
     C       1.939847     -0.080515      -0.039710 31798 
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     C       0.426313     -0.262165       0.189679 31799 
     C      -0.274138      1.018799      -0.316267 31800 
     O       2.714589     -0.919540      -0.338464 31801 
     C       0.201143     -0.529332       1.670576 31802 
     O      -0.021805     -1.300887      -0.669233 31803 
     H       0.865156     -1.311897       2.027295 31804 
     H       0.394508      0.386654       2.228220 31805 
     H      -0.829815     -0.839053       1.827186 31806 
     O       0.426469     -2.556750      -0.189385 31807 
     H       1.310321     -2.619969      -0.582922 31808 
     H      -0.177002      1.069593      -1.403405 31809 
     C      -1.742072      1.191950       0.064010 31810 
     O      -2.592814      0.301772      -0.616337 31811 
     H      -2.038547      2.187702      -0.266910 31812 
     H      -1.898697      1.120048       1.140292 31813 
     O      -2.690621     -0.902867       0.128691 31814 
     H      -2.032950     -1.461030      -0.313850 31815 
Rotational constants (GHz):    1.1491200    0.8948000    0.5850400 31816 
Vibrational harmonic frequencies (cm-1): 31817 
    i1987.3928                   67.6778                   97.6144             31818 
      132.6721                  166.8607                  180.0417             31819 
      202.2198                  223.8901                  225.9189             31820 
      273.9215                  303.3059                  319.3302             31821 
      342.2103                  353.7077                  380.6664             31822 
      405.4827                  447.8340                  491.4900             31823 
      517.2033                  537.2415                  582.6387             31824 
      634.6796                  666.2806                  814.1155             31825 
      895.1483                  919.4727                  962.1928             31826 
     1022.5421                 1047.2838                 1059.2114             31827 
     1100.5196                 1119.6907                 1129.3607             31828 
     1148.7226                 1179.5932                 1207.1612             31829 
     1259.8994                 1294.8825                 1321.1545             31830 
     1385.2599                 1406.5156                 1413.7454             31831 
     1438.0685                 1449.9965                 1479.9098             31832 
     1491.4426                 1510.1815                 1663.0453             31833 
     1927.1706                 3081.7399                 3082.9766             31834 
     3089.2489                 3141.5570                 3162.3835             31835 
     3176.3901                 3759.9168                 3762.8086             31836 
Zero-point correction (Hartree): 0.151398 31837 
 31838 
TS.diHPCARP_Ib.15aldHshift.umdppddu 31839 
----------------------------------- 31840 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14375046  31841 
Electronic state : 2-A 31842 
Cartesian coordinates (Angs): 31843 
     O      -1.101541      1.321269      -0.072878 31844 
     O      -0.325800      2.444662      -0.270552 31845 
     H       0.790717      2.043525       0.305925 31846 
     C       1.576974      1.057302       0.303967 31847 
     C       0.739447     -0.210148       0.056335 31848 
     C      -0.515260      0.209941      -0.738543 31849 
     O       2.753849      1.141098       0.329928 31850 
     C       0.443025     -0.851953       1.403539 31851 
     O       1.442510     -1.049525      -0.840420 31852 
     H      -0.238680     -0.219137       1.968692 31853 
     H       1.363790     -0.991157       1.963464 31854 
     H      -0.029069     -1.819452       1.247692 31855 
     O       2.547464     -1.645212      -0.187850 31856 
     H       3.234499     -0.969906      -0.293289 31857 
     H      -0.199407      0.518492      -1.738427 31858 
     C      -1.572328     -0.879877      -0.860119 31859 
     O      -2.279500     -1.102855       0.340537 31860 
     H      -2.279269     -0.628800      -1.650094 31861 
     H      -1.076688     -1.820963      -1.103718 31862 
     O      -3.368070     -0.194460       0.399410 31863 
     H      -2.948334      0.615996       0.723284 31864 
Rotational constants (GHz):    1.4515600    0.7014200    0.5519300 31865 
Vibrational harmonic frequencies (cm-1): 31866 
    i1884.6184                   54.9178                   70.2865             31867 
      129.1964                  163.4942                  174.8686             31868 
      194.8153                  205.2722                  237.9442             31869 
      260.0398                  264.6024                  301.5263             31870 
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      333.6324                  353.6954                  385.0284             31871 
      400.5218                  405.3453                  490.4458             31872 
      508.1666                  545.5508                  585.0754             31873 
      638.6543                  751.9351                  816.9452             31874 
      887.1878                  914.7778                  934.8304             31875 
     1003.0776                 1021.0720                 1052.1744             31876 
     1077.3550                 1129.5436                 1136.6737             31877 
     1145.1979                 1167.2234                 1210.9180             31878 
     1261.7611                 1317.4912                 1353.2390             31879 
     1380.4282                 1402.9595                 1408.0719             31880 
     1442.1690                 1443.8605                 1468.0359             31881 
     1473.5063                 1498.0370                 1664.7336             31882 
     1928.2388                 3077.7218                 3086.9705             31883 
     3087.6317                 3139.7741                 3167.8075             31884 
     3175.6871                 3764.9211                 3774.7936             31885 
Zero-point correction (Hartree): 0.150974 31886 
 31887 
TS.diHPCARP_Ib.15aldHshift.umdtmudu 31888 
----------------------------------- 31889 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14423056  31890 
Electronic state : 2-A 31891 
Cartesian coordinates (Angs): 31892 
     O      -1.064829      1.207647       0.294458 31893 
     O      -0.454075      2.315921      -0.259063 31894 
     H       0.794901      2.059228       0.063758 31895 
     C       1.635057      1.117575       0.012044 31896 
     C       0.863814     -0.207607       0.162851 31897 
     C      -0.572144      0.033551      -0.343840 31898 
     O       2.774624      1.249245      -0.264194 31899 
     C       0.921166     -0.635144       1.623069 31900 
     O       1.404651     -1.156032      -0.734561 31901 
     H       0.294755      0.025962       2.220643 31902 
     H       1.941174     -0.600406       1.995399 31903 
     H       0.558056     -1.657845       1.709313 31904 
     O       2.672393     -1.585385      -0.274046 31905 
     H       3.263480     -0.918018      -0.653982 31906 
     H      -0.552804      0.203160      -1.422825 31907 
     C      -1.524428     -1.104871      -0.028411 31908 
     O      -2.777121     -0.896011      -0.639184 31909 
     H      -1.121502     -2.023281      -0.457501 31910 
     H      -1.662672     -1.231441       1.045368 31911 
     O      -3.578789     -0.118044       0.236867 31912 
     H      -3.271010      0.782909       0.063328 31913 
Rotational constants (GHz):    1.5406600    0.6301000    0.5101500 31914 
Vibrational harmonic frequencies (cm-1): 31915 
    i1893.0040                   54.7657                   69.8441             31916 
      115.7085                  154.7184                  168.7378             31917 
      192.7720                  204.6615                  237.4829             31918 
      273.3640                  293.8615                  308.6198             31919 
      320.7996                  349.7062                  367.5010             31920 
      374.8414                  399.6287                  475.1164             31921 
      509.4272                  541.7563                  561.2358             31922 
      629.7901                  752.4530                  813.3095             31923 
      880.4634                  909.1460                  961.4642             31924 
      982.5990                 1041.8856                 1059.7980             31925 
     1101.1203                 1131.9032                 1137.4204             31926 
     1142.1615                 1182.6537                 1214.2663             31927 
     1265.7493                 1312.2264                 1332.7199             31928 
     1364.6788                 1404.9366                 1420.6870             31929 
     1441.0014                 1443.3713                 1468.2690             31930 
     1488.2825                 1507.1832                 1665.5704             31931 
     1929.2954                 3079.9133                 3084.1086             31932 
     3088.3701                 3142.1517                 3160.5069             31933 
     3174.6603                 3765.7468                 3785.0725             31934 
Zero-point correction (Hartree): 0.150905 31935 
 31936 
TS.diHPCARP_Ib.15aldHshift.umdtpddu 31937 
----------------------------------- 31938 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14367818  31939 
Electronic state : 2-A 31940 
Cartesian coordinates (Angs): 31941 
     O      -0.809642      1.536279       0.525130 31942 
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     O      -0.184977      2.452348      -0.294869 31943 
     H       1.039037      2.031204      -0.196884 31944 
     C       1.719265      0.955303      -0.258720 31945 
     C       0.812461     -0.193052       0.226985 31946 
     C      -0.647255      0.236445      -0.023072 31947 
     O       2.784641      0.854299      -0.756997 31948 
     C       1.111069     -0.456006       1.696508 31949 
     O       1.010168     -1.315639      -0.608427 31950 
     H       0.749075      0.379114       2.294879 31951 
     H       2.178325     -0.579163       1.857541 31952 
     H       0.608826     -1.371879       2.004635 31953 
     O       2.271933     -1.899407      -0.340189 31954 
     H       2.860614     -1.381044      -0.909256 31955 
     H      -0.833083      0.268439      -1.098136 31956 
     C      -1.652683     -0.674874       0.649058 31957 
     O      -2.975673     -0.383426       0.270004 31958 
     H      -1.410725     -1.716230       0.425625 31959 
     H      -1.646877     -0.519204       1.728208 31960 
     O      -3.113847     -0.786707      -1.090073 31961 
     H      -3.463154      0.019897      -1.487800 31962 
Rotational constants (GHz):    1.3331100    0.6620800    0.5408300 31963 
Vibrational harmonic frequencies (cm-1): 31964 
    i1993.6550                   46.2652                   54.9618             31965 
      122.5308                  139.4026                  172.8969             31966 
      187.7749                  211.7444                  228.8779             31967 
      252.5392                  263.4158                  290.7600             31968 
      304.1966                  322.2493                  360.1443             31969 
      383.6248                  406.5257                  465.4356             31970 
      511.6695                  539.9839                  564.0889             31971 
      625.8768                  755.1104                  813.2428             31972 
      885.4045                  906.1949                  965.0008             31973 
      981.3350                 1040.5411                 1065.3035             31974 
     1097.4158                 1124.6421                 1134.1794             31975 
     1153.6917                 1179.8073                 1211.8171             31976 
     1262.6562                 1304.5079                 1334.7301             31977 
     1364.2233                 1403.7049                 1410.2409             31978 
     1435.4336                 1444.0005                 1470.9171             31979 
     1488.1377                 1505.8918                 1659.3762             31980 
     1926.9583                 3075.3539                 3079.0864             31981 
     3099.6897                 3138.4291                 3157.2485             31982 
     3173.3593                 3767.1018                 3833.7370             31983 
Zero-point correction (Hartree): 0.150595 31984 
 31985 
TS.diHPCARP_Ib.15aldHshift.updmmuud 31986 
----------------------------------- 31987 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14244410  31988 
Electronic state : 2-A 31989 
Cartesian coordinates (Angs): 31990 
     O       0.582941      1.826208       0.016241 31991 
     O       1.124161      1.325058       1.184683 31992 
     H       0.156379      0.478522       1.557422 31993 
     C      -0.580349     -0.429928       1.106786 31994 
     C      -0.848884     -0.076342      -0.378013 31995 
     C       0.317606      0.775027      -0.906031 31996 
     O      -0.912922     -1.385823       1.699273 31997 
     C      -1.120722     -1.333138      -1.180248 31998 
     O      -1.938271      0.835405      -0.397826 31999 
     H      -2.012829     -1.817817      -0.790479 32000 
     H      -0.291798     -2.031522      -1.087201 32001 
     H      -1.268387     -1.075904      -2.229573 32002 
     O      -3.049438      0.240242       0.256951 32003 
     H      -3.668508      0.121679      -0.473902 32004 
     H      -0.038220      1.306536      -1.791342 32005 
     C       1.537169     -0.054801      -1.280704 32006 
     O       1.851311     -1.031286      -0.304401 32007 
     H       1.323531     -0.593018      -2.205782 32008 
     H       2.396520      0.594228      -1.442336 32009 
     O       2.967776     -0.604737       0.455686 32010 
     H       2.569922      0.091857       1.007593 32011 
Rotational constants (GHz):    1.4469600    0.7284000    0.6975100 32012 
Vibrational harmonic frequencies (cm-1): 32013 
    i1656.4454                   64.0861                   86.0328             32014 
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      129.3943                  139.8858                  168.2966             32015 
      197.2830                  205.7703                  234.5486             32016 
      255.0635                  269.3638                  290.2841             32017 
      324.2293                  340.8113                  381.7776             32018 
      420.0997                  497.9128                  522.4341             32019 
      541.7390                  546.3500                  581.0701             32020 
      622.2250                  779.4854                  811.7831             32021 
      846.5593                  930.7223                  959.8993             32022 
      981.3672                 1028.7732                 1047.7624             32023 
     1055.1193                 1112.8026                 1128.4455             32024 
     1144.6488                 1163.7585                 1218.6135             32025 
     1244.7691                 1294.6589                 1341.1779             32026 
     1369.9955                 1393.9225                 1404.0195             32027 
     1407.0221                 1468.9256                 1478.0136             32028 
     1486.3824                 1508.9808                 1667.8641             32029 
     1963.8581                 3073.5110                 3078.5883             32030 
     3096.9741                 3140.0348                 3157.4632             32031 
     3170.6568                 3675.1401                 3826.0084             32032 
Zero-point correction (Hartree): 0.150989 32033 
 32034 
TS.diHPCARP_Ib.15aldHshift.upummuud 32035 
----------------------------------- 32036 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14377290  32037 
Electronic state : 2-A 32038 
Cartesian coordinates (Angs): 32039 
     O       0.589430      1.818496      -0.131210 32040 
     O       1.151072      1.416801       1.065482 32041 
     H       0.209738      0.569121       1.496897 32042 
     C      -0.587537     -0.327809       1.133832 32043 
     C      -0.835463     -0.111581      -0.378563 32044 
     C       0.332338      0.693365      -0.967208 32045 
     O      -1.034065     -1.158591       1.833622 32046 
     C      -1.098623     -1.431516      -1.076047 32047 
     O      -1.930892      0.790404      -0.486578 32048 
     H      -2.003791     -1.873224      -0.668867 32049 
     H      -0.271225     -2.118553      -0.912004 32050 
     H      -1.229674     -1.257979      -2.144195 32051 
     O      -3.097869      0.169427       0.028925 32052 
     H      -3.282432      0.712904       0.805648 32053 
     H      -0.016246      1.146656      -1.897245 32054 
     C       1.555490     -0.165039      -1.253219 32055 
     O       1.846270     -1.058956      -0.191852 32056 
     H       1.357202     -0.775025      -2.135928 32057 
     H       2.420473      0.466481      -1.449167 32058 
     O       2.977869     -0.599254       0.524674 32059 
     H       2.604209      0.158495       1.007585 32060 
Rotational constants (GHz):    1.4546500    0.7194700    0.6934300 32061 
Vibrational harmonic frequencies (cm-1): 32062 
    i1663.8253                   48.7542                   80.3678             32063 
      134.8011                  140.4610                  162.0019             32064 
      201.7864                  230.9735                  250.7915             32065 
      259.4145                  279.2619                  292.8231             32066 
      324.7693                  344.1322                  381.0506             32067 
      422.5016                  499.0525                  520.3633             32068 
      526.8492                  550.2484                  565.9695             32069 
      613.7968                  778.5327                  809.8586             32070 
      846.8941                  932.1699                  958.4843             32071 
      981.5393                 1030.2893                 1046.0667             32072 
     1056.5983                 1090.7842                 1129.0599             32073 
     1139.1793                 1161.1339                 1210.8868             32074 
     1247.2920                 1293.3997                 1343.7188             32075 
     1370.5612                 1394.8503                 1407.6621             32076 
     1416.9604                 1470.6337                 1472.5171             32077 
     1489.4646                 1506.0803                 1666.0174             32078 
     1955.6481                 3077.5696                 3083.0969             32079 
     3101.9506                 3143.7941                 3159.6905             32080 
     3180.7664                 3669.6880                 3815.9553             32081 
Zero-point correction (Hartree): 0.150972 32082 
 32083 
TS.diHPCARP_Ib.15aldHshift.upupmudu 32084 
----------------------------------- 32085 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14249419  32086 
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Electronic state : 2-A 32087 
Cartesian coordinates (Angs): 32088 
     O       0.710891      1.651809      -1.071136 32089 
     O       1.384341      2.188672       0.012276 32090 
     H       1.966506      1.121524       0.502624 32091 
     C       1.749541     -0.095453       0.802106 32092 
     C       0.712516     -0.577725      -0.209523 32093 
     C      -0.166516      0.631222      -0.604474 32094 
     O       2.208460     -0.660456       1.725356 32095 
     C       1.497151     -1.121514      -1.399961 32096 
     O      -0.033144     -1.574328       0.455030 32097 
     H       2.101415     -1.967153      -1.076721 32098 
     H       2.140366     -0.347593      -1.813718 32099 
     H       0.798474     -1.452971      -2.164226 32100 
     O      -0.910459     -2.167790      -0.493253 32101 
     H      -1.736224     -1.690539      -0.303979 32102 
     H      -0.767924      0.361780      -1.473460 32103 
     C      -1.084243      1.148967       0.510058 32104 
     O      -2.458590      1.058347       0.182663 32105 
     H      -0.898336      0.650181       1.463756 32106 
     H      -0.913953      2.217736       0.626297 32107 
     O      -2.856593     -0.303912       0.256190 32108 
     H      -3.300271     -0.344673       1.113175 32109 
Rotational constants (GHz):    1.1322700    0.8416900    0.6404000 32110 
Vibrational harmonic frequencies (cm-1): 32111 
    i1889.8235                   45.0709                   67.7586             32112 
      115.8696                  142.2946                  189.5578             32113 
      193.4690                  213.1991                  244.6486             32114 
      251.5806                  262.4403                  312.8198             32115 
      322.4417                  328.3185                  354.0982             32116 
      413.0914                  486.6043                  507.3252             32117 
      541.2353                  568.4949                  616.6007             32118 
      632.7401                  748.1548                  793.2953             32119 
      919.3891                  939.3669                  966.9708             32120 
      976.9251                 1032.3038                 1038.8602             32121 
     1074.5217                 1101.0168                 1111.4645             32122 
     1121.4372                 1174.8735                 1217.6222             32123 
     1231.7871                 1306.3193                 1318.6596             32124 
     1362.4266                 1391.8038                 1400.6482             32125 
     1432.8646                 1462.0255                 1466.4799             32126 
     1487.9744                 1498.4425                 1666.0218             32127 
     1951.8483                 3071.9281                 3082.4046             32128 
     3112.3867                 3152.0806                 3165.1547             32129 
     3171.6142                 3681.3519                 3813.1136             32130 
Zero-point correction (Hartree): 0.150936 32131 
 32132 
TS.diHPCARP_Ib.15aldHshift.utdmmddu 32133 
----------------------------------- 32134 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14474011  32135 
Electronic state : 2-A 32136 
Cartesian coordinates (Angs): 32137 
     O       0.542285      1.991211      -0.147884 32138 
     O       1.571805      1.916242      -1.066227 32139 
     H       2.174859      0.823400      -0.607372 32140 
     C       1.972444     -0.299106      -0.081605 32141 
     C       0.514425     -0.322882       0.447790 32142 
     C      -0.250307      0.815579      -0.251372 32143 
     O       2.752391     -1.176467      -0.046020 32144 
     C       0.577266     -0.168994       1.959798 32145 
     O      -0.038779     -1.598680       0.229185 32146 
     H       0.939709      0.824553       2.219080 32147 
     H       1.248263     -0.918777       2.373416 32148 
     H      -0.418385     -0.319399       2.373932 32149 
     O      -0.104804     -1.849038      -1.166976 32150 
     H      -1.051726     -1.711077      -1.324979 32151 
     H      -0.376915      0.573533      -1.305620 32152 
     C      -1.588406      1.176818       0.375300 32153 
     O      -2.416546      0.050955       0.567607 32154 
     H      -1.447593      1.580016       1.378549 32155 
     H      -2.084538      1.926300      -0.244043 32156 
     O      -2.647035     -0.517594      -0.720051 32157 
     H      -3.610733     -0.520078      -0.759501 32158 
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Rotational constants (GHz):    1.2273700    0.8252100    0.6582100 32159 
Vibrational harmonic frequencies (cm-1): 32160 
    i1769.7307                   60.9343                   82.9679             32161 
      129.9127                  167.4893                  172.3897             32162 
      189.6415                  212.2213                  214.6970             32163 
      248.4746                  260.0315                  294.7265             32164 
      317.9342                  360.7498                  381.4888             32165 
      419.5573                  455.6832                  476.1938             32166 
      508.0915                  518.0931                  593.3584             32167 
      630.6789                  668.1151                  812.4215             32168 
      881.8000                  938.0419                  954.7794             32169 
     1002.1524                 1040.6476                 1058.0131             32170 
     1080.0579                 1111.8143                 1120.4304             32171 
     1133.8748                 1194.6719                 1211.5218             32172 
     1268.4484                 1287.9473                 1340.9791             32173 
     1387.0455                 1389.8200                 1404.0375             32174 
     1425.8683                 1448.7915                 1483.0759             32175 
     1492.7561                 1513.2863                 1672.5095             32176 
     1958.1525                 3074.2022                 3077.4655             32177 
     3119.2658                 3138.4972                 3160.7983             32178 
     3164.2157                 3756.2191                 3838.7325             32179 
Zero-point correction (Hartree): 0.151056 32180 
 32181 
TS.diHPCARP_Ib.15aldHshift.utdmpddu 32182 
----------------------------------- 32183 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14381445  32184 
Electronic state : 2-A 32185 
Cartesian coordinates (Angs): 32186 
     O       0.856243      1.945632       0.071962 32187 
     O       2.077136      1.783193      -0.561278 32188 
     H       2.388631      0.558702      -0.167087 32189 
     C       1.906580     -0.590945       0.052503 32190 
     C       0.416638     -0.374656       0.373162 32191 
     C      -0.014025      0.912111      -0.357759 32192 
     O       2.491370     -1.604929      -0.037973 32193 
     C       0.302616     -0.283284       1.888581 32194 
     O      -0.342574     -1.511156       0.001418 32195 
     H       0.876336      0.568741       2.248331 32196 
     H       0.692103     -1.195855       2.335961 32197 
     H      -0.739102     -0.158723       2.178804 32198 
     O      -0.360630     -1.643679      -1.410781 32199 
     H      -1.189021     -1.189122      -1.637883 32200 
     H       0.121981      0.774062      -1.431720 32201 
     C      -1.442693      1.364883      -0.096429 32202 
     O      -2.361777      0.382404      -0.553081 32203 
     H      -1.631361      1.584338       0.952828 32204 
     H      -1.629492      2.264129      -0.683235 32205 
     O      -2.822762     -0.382266       0.551272 32206 
     H      -2.200821     -1.128523       0.551330 32207 
Rotational constants (GHz):    1.2511500    0.8336300    0.6471600 32208 
Vibrational harmonic frequencies (cm-1): 32209 
    i1859.2723                   74.6439                   95.5290             32210 
      116.8419                  164.5225                  195.8934             32211 
      203.3146                  206.9143                  238.1172             32212 
      250.4728                  290.0054                  336.0542             32213 
      361.8801                  373.6043                  420.1240             32214 
      456.3556                  471.1438                  486.5303             32215 
      531.8165                  578.1013                  593.8091             32216 
      625.5478                  663.5485                  816.5740             32217 
      884.6681                  929.3238                  959.5063             32218 
     1012.2155                 1043.8989                 1060.1398             32219 
     1087.1930                 1111.9098                 1120.4729             32220 
     1129.5808                 1182.9362                 1214.3723             32221 
     1262.4597                 1288.6453                 1345.9852             32222 
     1389.7276                 1407.7303                 1416.8181             32223 
     1445.2002                 1469.5209                 1487.7023             32224 
     1492.6067                 1512.3532                 1670.5246             32225 
     1962.1890                 3080.0291                 3093.3133             32226 
     3095.1333                 3151.6565                 3162.8797             32227 
     3166.0189                 3710.8812                 3724.5971             32228 
Zero-point correction (Hartree): 0.151780 32229 
 32230 
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TS.diHPCARP_Ib.15aldHshift.utummuud 32231 
----------------------------------- 32232 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14467415  32233 
Electronic state : 2-A 32234 
Cartesian coordinates (Angs): 32235 
     O      -0.148172     -1.680769      -0.559481 32236 
     O      -0.718941     -1.677357       0.702003 32237 
     H       0.001912     -0.693711       1.325249 32238 
     C       0.595169      0.381393       1.152681 32239 
     C       0.856592      0.491534      -0.371641 32240 
     C      -0.171304     -0.363562      -1.122455 32241 
     O       0.863308      1.153373       1.992535 32242 
     C       0.882032      1.943029      -0.804090 32243 
     O       2.161185     -0.026513      -0.608449 32244 
     H       1.681809      2.451179      -0.271174 32245 
     H      -0.063304      2.426139      -0.565968 32246 
     H       1.065773      2.006424      -1.876478 32247 
     O       2.426937     -1.109289       0.273840 32248 
     H       1.953140     -1.846783      -0.140750 32249 
     H       0.207292     -0.517758      -2.134710 32250 
     C      -1.558108      0.255815      -1.190057 32251 
     O      -1.944360      0.832479       0.046377 32252 
     H      -1.542561      1.062611      -1.925063 32253 
     H      -2.294720     -0.484883      -1.497564 32254 
     O      -2.921095      0.019136       0.670660 32255 
     H      -2.386530     -0.740956       0.959956 32256 
Rotational constants (GHz):    1.3234300    0.8100700    0.7461400 32257 
Vibrational harmonic frequencies (cm-1): 32258 
    i1456.4588                   69.5153                   94.0514             32259 
      132.6335                  173.0033                  184.2496             32260 
      198.5891                  233.7074                  250.5547             32261 
      276.7884                  299.7910                  337.0723             32262 
      363.8318                  364.6338                  432.6905             32263 
      453.1348                  479.6778                  496.1841             32264 
      533.5638                  564.9669                  590.0213             32265 
      623.0622                  776.8272                  795.0839             32266 
      846.5129                  932.7666                  957.2124             32267 
      973.4781                 1040.4926                 1044.3579             32268 
     1052.0823                 1074.2762                 1124.8021             32269 
     1139.7332                 1185.7755                 1218.7654             32270 
     1230.5392                 1291.4382                 1345.6212             32271 
     1373.4527                 1396.2573                 1408.1398             32272 
     1439.5188                 1469.6325                 1476.6759             32273 
     1489.1376                 1497.2959                 1709.3545             32274 
     1970.9253                 3076.5952                 3079.3630             32275 
     3103.3121                 3140.3116                 3158.9296             32276 
     3174.5795                 3707.7832                 3758.8033             32277 
Zero-point correction (Hartree): 0.151752 32278 
 32279 
TS.diHPCARP_Ib.15aldHshift.utuppddu 32280 
----------------------------------- 32281 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14539983  32282 
Electronic state : 2-A 32283 
Cartesian coordinates (Angs): 32284 
     O      -0.898924      1.327731      -0.299930 32285 
     O       0.036338      2.303086      -0.582917 32286 
     H       1.014536      1.909434       0.190140 32287 
     C       1.669203      0.862540       0.476990 32288 
     C       0.712773     -0.328896       0.333835 32289 
     C      -0.385003      0.052603      -0.677805 32290 
     O       2.831178      0.826170       0.669955 32291 
     C       0.204157     -0.670141       1.727881 32292 
     O       1.430386     -1.468765      -0.095055 32293 
     H      -0.437392      0.126328       2.098351 32294 
     H       1.052009     -0.806167       2.396728 32295 
     H      -0.376096     -1.589078       1.689346 32296 
     O       2.096364     -1.169912      -1.313136 32297 
     H       2.996011     -0.994860      -1.002542 32298 
     H       0.069209      0.130492      -1.667167 32299 
     C      -1.547338     -0.927258      -0.732460 32300 
     O      -2.393036     -0.850280       0.396057 32301 
     H      -2.137798     -0.762665      -1.633028 32302 
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     H      -1.145915     -1.942367      -0.745351 32303 
     O      -3.362515      0.160099       0.165930 32304 
     H      -2.875649      0.970759       0.375646 32305 
Rotational constants (GHz):    1.4506300    0.6924500    0.5984800 32306 
Vibrational harmonic frequencies (cm-1): 32307 
    i1929.6048                   54.8086                   75.5248             32308 
      129.2904                  156.4167                  171.8392             32309 
      190.6145                  211.7905                  253.2716             32310 
      260.0197                  278.8582                  291.4743             32311 
      322.9482                  349.8783                  398.7974             32312 
      408.4033                  438.7854                  458.1343             32313 
      491.7410                  542.1850                  610.4418             32314 
      638.9859                  750.5341                  831.8600             32315 
      884.3313                  912.9415                  944.5419             32316 
      998.7208                 1015.3726                 1050.3199             32317 
     1074.9420                 1120.1424                 1133.1278             32318 
     1140.0398                 1166.1228                 1216.2574             32319 
     1264.7037                 1314.8639                 1357.3560             32320 
     1381.2134                 1402.9084                 1410.0907             32321 
     1418.9516                 1446.4540                 1467.8738             32322 
     1480.8339                 1501.7639                 1660.9976             32323 
     1937.5461                 3082.6509                 3083.1131             32324 
     3100.3485                 3138.1157                 3165.3556             32325 
     3172.5841                 3770.1641                 3790.2366             32326 
Zero-point correction (Hartree): 0.151092 32327 
 32328 
TS.diHPCARP_Ib.15aldHshift.utuppudu 32329 
----------------------------------- 32330 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14225144  32331 
Electronic state : 2-A 32332 
Cartesian coordinates (Angs): 32333 
     O      -0.687129      1.591007      -0.381608 32334 
     O       0.415689      2.390549      -0.624698 32335 
     H       1.283240      1.841342       0.165661 32336 
     C       1.743926      0.691117       0.480995 32337 
     C       0.577803     -0.298337       0.353966 32338 
     C      -0.350589      0.255833      -0.744212 32339 
     O       2.879524      0.440512       0.676586 32340 
     C      -0.050582     -0.414827       1.737614 32341 
     O       1.066218     -1.585736       0.036797 32342 
     H      -0.730567     -1.261066       1.752361 32343 
     H      -0.612891      0.489319       1.961123 32344 
     H       0.730575     -0.561007       2.481636 32345 
     O       1.802654     -1.519777      -1.176190 32346 
     H       2.711089     -1.462241      -0.847520 32347 
     H       0.213939      0.298280      -1.679122 32348 
     C      -1.595564     -0.557107      -1.045706 32349 
     O      -2.365030     -0.986845       0.052590 32350 
     H      -2.212742      0.013755      -1.744489 32351 
     H      -1.280082     -1.488722      -1.517642 32352 
     O      -2.890364      0.164765       0.700042 32353 
     H      -3.825027      0.114467       0.463892 32354 
Rotational constants (GHz):    1.3293500    0.7552600    0.6379700 32355 
Vibrational harmonic frequencies (cm-1): 32356 
    i2035.2201                   48.4705                   77.6763             32357 
      126.8044                  136.6814                  169.9525             32358 
      183.3089                  206.3059                  220.1103             32359 
      241.8766                  257.7416                  306.1661             32360 
      313.1061                  337.3238                  347.9880             32361 
      396.2812                  430.5822                  452.7755             32362 
      464.7137                  525.6969                  614.1665             32363 
      635.0109                  783.7885                  845.2153             32364 
      859.1744                  899.2709                  948.8496             32365 
      981.1008                 1023.3455                 1048.6381             32366 
     1070.5255                 1112.9414                 1136.9918             32367 
     1153.5737                 1176.9033                 1223.3987             32368 
     1269.8120                 1324.8381                 1361.9140             32369 
     1390.5418                 1396.7587                 1407.7062             32370 
     1415.1615                 1429.0819                 1458.9958             32371 
     1490.9893                 1502.8150                 1658.0233             32372 
     1933.7106                 3059.5634                 3081.4407             32373 
     3085.7973                 3127.9938                 3165.4867             32374 
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     3187.3970                 3788.4500                 3819.1820             32375 
Zero-point correction (Hartree): 0.150614 32376 
 32377 
TS.diHPCARP_Ib.15aldHshift.utuppuud 32378 
----------------------------------- 32379 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14195250  32380 
Electronic state : 2-A 32381 
Cartesian coordinates (Angs): 32382 
     O      -0.144109      1.731941      -0.384312 32383 
     O      -0.603212      2.022734       0.892306 32384 
     H      -1.371251      0.967711       1.132756 32385 
     C      -1.473308     -0.278817       0.964239 32386 
     C      -0.555784     -0.621345      -0.239797 32387 
     C       0.516431      0.465816      -0.353108 32388 
     O      -2.065280     -1.017028       1.659105 32389 
     C      -0.005422     -2.026745      -0.123349 32390 
     O      -1.372139     -0.603048      -1.406186 32391 
     H      -0.837705     -2.723490      -0.060366 32392 
     H       0.617899     -2.126720       0.762116 32393 
     H       0.602403     -2.253435      -0.998057 32394 
     O      -2.381467      0.391239      -1.283057 32395 
     H      -1.898603      1.210684      -1.472667 32396 
     H       0.991375      0.374229      -1.329974 32397 
     C       1.588134      0.450062       0.734698 32398 
     O       2.578280     -0.522956       0.477049 32399 
     H       2.025497      1.447134       0.810270 32400 
     H       1.186445      0.169973       1.709681 32401 
     O       3.254990     -0.139612      -0.714455 32402 
     H       4.127128      0.093932      -0.373461 32403 
Rotational constants (GHz):    1.3157000    0.6978100    0.6402000 32404 
Vibrational harmonic frequencies (cm-1): 32405 
    i1732.1246                   55.5093                   59.9479             32406 
      111.6693                  153.8553                  173.7917             32407 
      184.9193                  197.4311                  200.4697             32408 
      228.9859                  260.3654                  285.8937             32409 
      323.4333                  348.9668                  378.9363             32410 
      433.0305                  453.2918                  476.3313             32411 
      495.8507                  527.8498                  578.8120             32412 
      613.4910                  732.1604                  789.1078             32413 
      882.7657                  928.8009                  959.5254             32414 
      988.4416                 1038.0297                 1050.1729             32415 
     1079.4616                 1093.6282                 1113.1004             32416 
     1141.8186                 1195.0494                 1212.5975             32417 
     1233.8513                 1284.6527                 1327.6518             32418 
     1375.1589                 1395.0089                 1413.9625             32419 
     1419.4462                 1438.6580                 1476.6725             32420 
     1478.1772                 1491.0517                 1678.4474             32421 
     1960.7341                 3073.8136                 3083.4661             32422 
     3120.6433                 3131.0214                 3163.7394             32423 
     3175.8550                 3752.6661                 3826.2946             32424 
Zero-point correction (Hartree): 0.150469 32425 
 32426 
TS.diHPCARP_Ib.15aldHshift.ututmudu 32427 
----------------------------------- 32428 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14521631  32429 
Electronic state : 2-A 32430 
Cartesian coordinates (Angs): 32431 
     O      -0.888223      1.295002       0.084552 32432 
     O      -0.121959      2.193599      -0.634167 32433 
     H       1.059187      1.911922      -0.158024 32434 
     C       1.805000      0.913918       0.083224 32435 
     C       0.889086     -0.270706       0.428101 32436 
     C      -0.475121     -0.032329      -0.243096 32437 
     O       2.971830      0.884813      -0.078056 32438 
     C       0.811863     -0.367231       1.945955 32439 
     O       1.485862     -1.477022       0.000607 32440 
     H       0.243801      0.472346       2.342663 32441 
     H       1.814177     -0.363571       2.369263 32442 
     H       0.319858     -1.297955       2.222654 32443 
     O       1.734612     -1.401464      -1.394749 32444 
     H       2.680148     -1.195893      -1.411245 32445 
     H      -0.369108     -0.108008      -1.326148 32446 
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     C      -1.553923     -0.987737       0.228451 32447 
     O      -2.735923     -0.830031      -0.523167 32448 
     H      -1.212517     -2.008958       0.051193 32449 
     H      -1.780972     -0.855773       1.286686 32450 
     O      -3.511109      0.198476       0.074335 32451 
     H      -3.096711      1.003421      -0.267696 32452 
Rotational constants (GHz):    1.4676400    0.6464500    0.5612000 32453 
Vibrational harmonic frequencies (cm-1): 32454 
    i1949.1076                   52.9224                   65.3386             32455 
      123.8621                  138.4461                  169.4476             32456 
      179.2312                  209.6482                  246.2564             32457 
      256.2013                  286.8827                  300.5033             32458 
      322.1835                  349.6821                  369.0692             32459 
      400.3057                  410.1157                  470.4787             32460 
      488.7977                  548.7617                  559.4855             32461 
      637.4793                  743.5420                  829.6044             32462 
      875.7223                  913.7192                  963.8012             32463 
      976.2580                 1047.2103                 1055.3737             32464 
     1102.4593                 1117.4860                 1131.7158             32465 
     1133.0242                 1185.1969                 1221.4633             32466 
     1268.2999                 1315.1755                 1333.6739             32467 
     1368.5880                 1406.3418                 1420.4027             32468 
     1422.4688                 1441.1734                 1467.6174             32469 
     1489.9237                 1508.3806                 1663.5334             32470 
     1938.4390                 3077.5779                 3081.3271             32471 
     3107.9140                 3138.0302                 3160.8179             32472 
     3165.3743                 3784.8269                 3789.6395             32473 
Zero-point correction (Hartree): 0.150886 32474 
 32475 
TS.diHPCARP_Ib.15aldHshift.ututpddu 32476 
----------------------------------- 32477 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14451910  32478 
Electronic state : 2-A 32479 
Cartesian coordinates (Angs): 32480 
     O      -0.514466      1.694751       0.041268 32481 
     O       0.273587      2.176519      -0.984285 32482 
     H       1.410771      1.675846      -0.645262 32483 
     C       1.937172      0.572532      -0.265521 32484 
     C       0.848888     -0.214885       0.483201 32485 
     C      -0.523336      0.272170      -0.015130 32486 
     O       3.005580      0.181463      -0.573886 32487 
     C       1.062244      0.006915       1.974418 32488 
     O       1.033185     -1.599184       0.274440 32489 
     H       0.836924      1.040707       2.230355 32490 
     H       2.093398     -0.218041       2.238979 32491 
     H       0.405728     -0.656068       2.535691 32492 
     O       1.009449     -1.863668      -1.119789 32493 
     H       1.954281     -1.930812      -1.318166 32494 
     H      -0.667761     -0.050501      -1.046405 32495 
     C      -1.667669     -0.213179       0.847707 32496 
     O      -2.925758      0.058951       0.277974 32497 
     H      -1.558287     -1.284177       1.033694 32498 
     H      -1.686171      0.324463       1.796451 32499 
     O      -3.069062     -0.807489      -0.843398 32500 
     H      -3.232798     -0.173466      -1.551977 32501 
Rotational constants (GHz):    1.3121700    0.6808100    0.5964500 32502 
Vibrational harmonic frequencies (cm-1): 32503 
    i2041.6522                   45.3400                   53.5478             32504 
      116.2720                  146.2628                  170.2449             32505 
      171.7383                  214.7311                  237.9133             32506 
      244.0931                  261.9109                  282.0584             32507 
      297.3066                  320.1204                  360.1110             32508 
      404.7991                  409.0220                  464.5707             32509 
      485.3623                  553.4745                  559.9608             32510 
      636.4102                  745.6365                  829.0043             32511 
      880.1249                  911.0877                  962.7048             32512 
      979.2106                 1047.9203                 1059.1243             32513 
     1097.5850                 1113.8287                 1121.6612             32514 
     1151.7769                 1181.8483                 1215.7132             32515 
     1267.6973                 1308.1243                 1335.8316             32516 
     1366.0459                 1403.4649                 1407.6117             32517 
     1422.7041                 1435.4119                 1468.7656             32518 
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     1490.4928                 1508.2038                 1656.3334             32519 
     1935.5932                 3070.8546                 3077.7591             32520 
     3116.5748                 3134.6490                 3158.7344             32521 
     3164.6511                 3789.9323                 3832.2726             32522 
Zero-point correction (Hartree): 0.150551 32523 
 32524 
 32525 
 32526 
1,6-aldehyde-H-shift in (2R,3R)-2-Me-2,3-diOOH-butanal-4-peroxyl (C, R,R-di-HPCARP-Ic) 32527 
====================================================================================== 32528 
 32529 
TS.diHPCARP_Ic.16aldHshift.a.mpmmuu 32530 
----------------------------------- 32531 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14835611  32532 
Electronic state : 2-A 32533 
Cartesian coordinates (Angs): 32534 
     O       1.881584     -1.568288       0.667349 32535 
     H       0.735516     -1.238708       1.082096 32536 
     C      -0.423989     -0.679460       1.000393 32537 
     O       2.420461     -0.358272       0.297542 32538 
     C      -0.628212     -0.208456      -0.447428 32539 
     C       1.925638      0.010956      -0.972796 32540 
     C       0.541301      0.660320      -0.953348 32541 
     O      -1.222242     -0.632783       1.871027 32542 
     C      -0.789901     -1.457023      -1.311049 32543 
     O      -1.744853      0.659347      -0.512647 32544 
     H      -1.698151     -1.982852      -1.031877 32545 
     H       0.061758     -2.120885      -1.180997 32546 
     H      -0.865050     -1.158779      -2.356270 32547 
     O      -2.937066     -0.061031      -0.256786 32548 
     H      -2.966670     -0.058032       0.712286 32549 
     O       0.569806      1.928749      -0.329592 32550 
     H       0.294671      0.913108      -1.989384 32551 
     O       0.582697      1.740838       1.079077 32552 
     H      -0.280987      2.105653       1.317832 32553 
     H       2.621992      0.766410      -1.336007 32554 
     H       1.944811     -0.852418      -1.640084 32555 
Rotational constants (GHz):    1.3139900    0.8096500    0.7470100 32556 
Vibrational harmonic frequencies (cm-1): 32557 
    i2066.9004                   77.2832                   90.3990             32558 
      132.1480                  153.5204                  177.7346             32559 
      203.7162                  216.4589                  264.9110             32560 
      278.9355                  312.7415                  326.5826             32561 
      327.9620                  363.0367                  393.0234             32562 
      414.2038                  460.0885                  481.2283             32563 
      496.1959                  535.1249                  593.9462             32564 
      624.7900                  822.0709                  835.4768             32565 
      864.4308                  923.2438                  941.3612             32566 
      981.4974                 1006.5180                 1050.8701             32567 
     1077.9381                 1120.3121                 1150.8471             32568 
     1156.8359                 1181.7212                 1221.9233             32569 
     1253.7510                 1310.8913                 1347.0323             32570 
     1377.0362                 1400.3816                 1407.2673             32571 
     1419.3553                 1444.3005                 1466.8549             32572 
     1490.3103                 1506.5262                 1509.8891             32573 
     1916.6635                 3069.9315                 3079.7816             32574 
     3084.3638                 3138.2884                 3163.2106             32575 
     3181.7054                 3755.0952                 3793.2260             32576 
Zero-point correction (Hartree): 0.151213 32577 
 32578 
TS.diHPCARP_Ic.16aldHshift.a.mpmpuu 32579 
----------------------------------- 32580 
IRC pathway available 32581 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17664245  32582 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05444034  32583 
     T1 diagnostic:  0.022645  32584 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01200415  32585 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02911721  32586 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01875681  32587 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03329845  32588 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48013986  32589 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.47053628  32590 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15081632  32591 
Electronic state : 2-A 32592 
Cartesian coordinates (Angs): 32593 
     O       1.840680     -1.532105       0.698886 32594 
     H       0.661185     -1.126021       1.111091 32595 
     C      -0.482823     -0.594994       1.026050 32596 
     O       2.416914     -0.398463       0.169170 32597 
     C      -0.692441     -0.165159      -0.433296 32598 
     C       1.836082     -0.107238      -1.091177 32599 
     C       0.506502      0.638708      -0.971172 32600 
     O      -1.272978     -0.561255       1.901200 32601 
     C      -0.904018     -1.441236      -1.247175 32602 
     O      -1.774726      0.734248      -0.537101 32603 
     H      -1.865532     -1.875301      -0.989659 32604 
     H      -0.118499     -2.165528      -1.042449 32605 
     H      -0.902154     -1.193601      -2.308716 32606 
     O      -2.985654      0.077468      -0.211365 32607 
     H      -3.016494      0.189696       0.750855 32608 
     O       0.689739      1.863005      -0.283866 32609 
     H       0.216020      0.960925      -1.975461 32610 
     O       0.768372      1.608818       1.109984 32611 
     H       1.695023      1.349413       1.228553 32612 
     H       2.543430      0.568444      -1.571768 32613 
     H       1.748422     -1.022243      -1.677086 32614 
Rotational constants (GHz):    1.3600100    0.7870800    0.7501900 32615 
Vibrational harmonic frequencies (cm-1): 32616 
    i1777.1147                   89.7126                  113.5727             32617 
      155.2752                  169.8861                  194.3450             32618 
      208.7569                  227.0013                  275.5292             32619 
      289.7158                  310.8020                  327.8918             32620 
      333.7367                  362.6664                  400.9822             32621 
      446.4646                  461.9513                  478.8721             32622 
      493.4472                  536.1084                  600.6000             32623 
      625.4606                  822.7895                  839.9474             32624 
      871.2425                  922.3119                  945.8727             32625 
      978.7816                 1003.1516                 1052.6062             32626 
     1079.8609                 1114.8387                 1143.2382             32627 
     1149.6961                 1183.6791                 1216.6187             32628 
     1255.7566                 1306.4550                 1345.1071             32629 
     1374.9400                 1396.6392                 1404.3288             32630 
     1435.6822                 1445.1755                 1473.0977             32631 
     1490.5838                 1508.9213                 1517.7173             32632 
     1929.5343                 3077.4175                 3078.9054             32633 
     3091.0189                 3144.0989                 3159.1381             32634 
     3182.8701                 3755.3065                 3764.7927             32635 
Zero-point correction (Hartree): 0.151646 32636 
 32637 
TS.diHPCARP_Ic.16aldHshift.a.mppmuu 32638 
----------------------------------- 32639 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14902797  32640 
Electronic state : 2-A 32641 
Cartesian coordinates (Angs): 32642 
     O       1.395974     -1.998726       0.495691 32643 
     H       0.324963     -1.457426       0.974264 32644 
     C      -0.701598     -0.693412       0.980829 32645 
     O       2.196165     -0.923025       0.184200 32646 
     C      -0.800088     -0.048231      -0.412730 32647 
     C       1.723925     -0.297437      -0.993235 32648 
     C       0.547239      0.636745      -0.702837 32649 
     O      -1.435343     -0.550851       1.891213 32650 
     C      -1.152921     -1.120576      -1.436367 32651 
     O      -1.729627      1.015108      -0.404582 32652 
     H      -2.197242     -1.394010      -1.318218 32653 
     H      -0.532088     -2.003841      -1.306603 32654 
     H      -1.005182     -0.718336      -2.438658 32655 
     O      -3.030361      0.508776      -0.166744 32656 
     H      -3.079837      0.549881       0.799918 32657 
     O       0.785149      1.409090       0.461818 32658 
     H       0.394430      1.291767      -1.567744 32659 
     O       2.039621      2.053499       0.341610 32660 
     H       2.592460      1.499589       0.911283 32661 
     H       2.559174      0.302069      -1.347852 32662 
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     H       1.471357     -1.043203      -1.746011 32663 
Rotational constants (GHz):    1.3023000    0.7684400    0.6683300 32664 
Vibrational harmonic frequencies (cm-1): 32665 
    i1941.9876                   62.6891                   91.1996             32666 
      122.6220                  149.1668                  177.1601             32667 
      195.3820                  239.2130                  268.1540             32668 
      290.3942                  311.2500                  334.9297             32669 
      349.4697                  377.8902                  388.0424             32670 
      411.1222                  414.2900                  462.7310             32671 
      483.1837                  518.1681                  611.0325             32672 
      660.4083                  762.7281                  821.1365             32673 
      874.5178                  913.3128                  964.4200             32674 
      984.6756                 1038.2411                 1055.3811             32675 
     1074.6085                 1125.6418                 1143.4791             32676 
     1157.4281                 1186.9727                 1216.3346             32677 
     1261.7894                 1292.8332                 1349.8539             32678 
     1370.8907                 1395.0979                 1404.7550             32679 
     1422.9381                 1441.3921                 1480.5659             32680 
     1491.1301                 1506.8230                 1511.9505             32681 
     1941.8476                 3052.3263                 3080.0536             32682 
     3104.7620                 3159.1431                 3162.1076             32683 
     3183.9639                 3771.7136                 3779.8109             32684 
Zero-point correction (Hartree): 0.151277 32685 
 32686 
TS.diHPCARP_Ic.16aldHshift.a.mpppuu 32687 
----------------------------------- 32688 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14802626  32689 
Electronic state : 2-A 32690 
Cartesian coordinates (Angs): 32691 
     O      -1.259744     -2.191241      -0.335837 32692 
     H      -0.211810     -1.683072      -0.844826 32693 
     C       0.744551     -0.819158      -0.914648 32694 
     O      -2.117259     -1.117047      -0.286443 32695 
     C       0.740775     -0.036046       0.407426 32696 
     C      -1.817524     -0.310093       0.834398 32697 
     C      -0.634511      0.627790       0.594471 32698 
     O       1.491095     -0.688776      -1.817353 32699 
     C       1.073496     -0.987947       1.551369 32700 
     O       1.637591      1.055345       0.341969 32701 
     H       2.119833     -1.272028       1.486865 32702 
     H       0.452875     -1.879028       1.510220 32703 
     H       0.907556     -0.472735       2.497343 32704 
     O       2.962859      0.574369       0.212244 32705 
     H       3.052981      0.515892      -0.750737 32706 
     O      -0.835555      1.391465      -0.579011 32707 
     H      -0.538297      1.296467       1.457267 32708 
     O      -1.945182      2.245417      -0.342725 32709 
     H      -1.529961      3.112467      -0.429405 32710 
     H      -2.702194      0.308837       0.974451 32711 
     H      -1.662134     -0.930328       1.717962 32712 
Rotational constants (GHz):    1.1954100    0.8094900    0.6539000 32713 
Vibrational harmonic frequencies (cm-1): 32714 
    i2055.6250                   68.1264                   90.2615             32715 
      117.8291                  146.2103                  178.2234             32716 
      192.1542                  214.4867                  220.9790             32717 
      267.6545                  283.6372                  287.1799             32718 
      321.5535                  349.9723                  381.8718             32719 
      404.9244                  414.2648                  464.1277             32720 
      486.2235                  510.4536                  606.4428             32721 
      665.9026                  765.1655                  820.9614             32722 
      876.7497                  915.5678                  961.8640             32723 
      987.7449                 1038.4918                 1054.7331             32724 
     1072.7594                 1126.6905                 1143.8364             32725 
     1165.1532                 1185.4006                 1223.6674             32726 
     1265.7118                 1300.3970                 1353.6508             32727 
     1369.0707                 1396.5403                 1405.7406             32728 
     1417.7815                 1438.8021                 1473.0603             32729 
     1489.6066                 1506.0955                 1510.2225             32730 
     1937.4014                 3045.9569                 3082.3039             32731 
     3091.7148                 3151.8860                 3164.3002             32732 
     3185.5750                 3766.6166                 3826.2989             32733 
Zero-point correction (Hartree): 0.150792 32734 
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 32735 
TS.diHPCARP_Ic.16aldHshift.a.mptpuu 32736 
----------------------------------- 32737 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15000986  32738 
Electronic state : 2-A 32739 
Cartesian coordinates (Angs): 32740 
     O      -2.185595     -1.496543      -0.357827 32741 
     H      -1.001596     -1.498072      -0.802118 32742 
     C       0.214320     -1.069132      -0.859775 32743 
     O      -2.500660     -0.158125      -0.393372 32744 
     C       0.506429     -0.311259       0.442364 32745 
     C      -1.954090      0.489977       0.739439 32746 
     C      -0.485105      0.868673       0.570995 32747 
     O       0.956158     -1.240127      -1.760696 32748 
     C       0.428133     -1.269582       1.622244 32749 
     O       1.771516      0.324945       0.346399 32750 
     H       1.273507     -1.951505       1.597649 32751 
     H      -0.496551     -1.841026       1.591978 32752 
     H       0.467849     -0.694796       2.547489 32753 
     O       2.798860     -0.643554       0.241912 32754 
     H       2.816023     -0.810211      -0.713284 32755 
     O      -0.405056      1.704961      -0.565888 32756 
     H      -0.178971      1.439822       1.452259 32757 
     O       0.575445      2.705523      -0.346271 32758 
     H       1.399542      2.233741      -0.536903 32759 
     H      -2.516522      1.417997       0.830311 32760 
     H      -2.106752     -0.124649       1.626970 32761 
Rotational constants (GHz):    1.1642200    0.8588500    0.6722500 32762 
Vibrational harmonic frequencies (cm-1): 32763 
    i2066.2125                   72.9842                   91.7542             32764 
      142.9159                  160.6523                  176.9005             32765 
      195.2599                  217.5667                  235.8771             32766 
      289.6800                  309.4033                  320.1269             32767 
      353.5493                  380.2539                  400.2567             32768 
      420.3365                  454.8358                  477.6461             32769 
      498.8379                  520.2109                  593.5051             32770 
      625.7432                  753.3710                  823.7579             32771 
      894.7287                  913.2263                  955.2540             32772 
      986.3647                 1033.8588                 1058.2274             32773 
     1079.7972                 1132.7161                 1144.7461             32774 
     1163.3593                 1177.9718                 1207.9691             32775 
     1256.3854                 1311.1559                 1340.8909             32776 
     1366.2984                 1396.3032                 1405.7224             32777 
     1441.5226                 1448.0916                 1469.3108             32778 
     1489.5361                 1506.5184                 1508.2546             32779 
     1933.2975                 3070.7719                 3080.0831             32780 
     3091.0124                 3150.4148                 3160.2895             32781 
     3180.2185                 3755.1476                 3775.2175             32782 
Zero-point correction (Hartree): 0.151271 32783 
 32784 
TS.diHPCARP_Ic.16aldHshift.a.pmmmuu 32785 
----------------------------------- 32786 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14926425  32787 
Electronic state : 2-A 32788 
Cartesian coordinates (Angs): 32789 
     O       2.127024     -1.081957       0.851304 32790 
     H       0.909995     -1.065536       1.147780 32791 
     C      -0.361029     -0.915482       0.929604 32792 
     O       2.366571      0.217629       0.473072 32793 
     C      -0.532376     -0.515247      -0.537329 32794 
     C       1.901277      0.417687      -0.844850 32795 
     C       0.391050      0.646093      -0.966768 32796 
     O      -1.221943     -1.172029       1.696336 32797 
     C      -0.231367     -1.773099      -1.353820 32798 
     O      -1.888066     -0.233200      -0.836185 32799 
     H      -0.969005     -2.536841      -1.117103 32800 
     H       0.762562     -2.149319      -1.125649 32801 
     H      -0.297691     -1.535713      -2.414777 32802 
     O      -2.435634      0.709660       0.074222 32803 
     H      -2.856356      0.119285       0.716714 32804 
     O       0.009358      1.879618      -0.401936 32805 
     H       0.184370      0.798546      -2.031178 32806 
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     O      -0.005618      1.747239       1.012206 32807 
     H      -0.963400      1.747517       1.163030 32808 
     H       2.385102      1.336992      -1.173935 32809 
     H       2.225550     -0.410315      -1.478064 32810 
Rotational constants (GHz):    1.2633000    0.8768600    0.7823000 32811 
Vibrational harmonic frequencies (cm-1): 32812 
    i2113.4557                   89.5911                  104.7922             32813 
      168.0532                  184.9948                  199.4583             32814 
      205.8889                  241.1481                  262.8811             32815 
      275.1963                  309.7896                  322.4085             32816 
      330.0402                  387.2997                  398.9567             32817 
      424.4040                  464.6870                  508.6949             32818 
      523.9141                  561.3859                  608.4747             32819 
      626.0240                  813.2196                  833.2258             32820 
      879.2722                  928.8064                  946.1448             32821 
      980.8727                 1008.4236                 1045.2669             32822 
     1074.3089                 1110.3730                 1151.3681             32823 
     1163.1921                 1201.4527                 1223.4126             32824 
     1233.0840                 1309.5530                 1339.7052             32825 
     1381.6298                 1398.1441                 1407.5371             32826 
     1430.3979                 1447.6140                 1469.1103             32827 
     1488.8884                 1504.1651                 1505.1491             32828 
     1922.0977                 3063.8824                 3075.9835             32829 
     3082.0396                 3137.2632                 3159.4236             32830 
     3178.2835                 3767.4762                 3773.3497             32831 
Zero-point correction (Hartree): 0.151799 32832 
 32833 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdd 32834 
----------------------------------- 32835 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14421827  32836 
Electronic state : 2-A 32837 
Cartesian coordinates (Angs): 32838 
     O       1.033403      2.267735      -0.308392 32839 
     H       1.551303      1.243107       0.264235 32840 
     C       1.427435      0.112818       0.847132 32841 
     O      -0.212454      2.308146       0.278436 32842 
     C       0.369683     -0.712619       0.067065 32843 
     C      -1.083192      1.386009      -0.354380 32844 
     C      -0.985490     -0.007015       0.273186 32845 
     O       1.945119     -0.185295       1.858900 32846 
     C       0.377924     -2.155337       0.534765 32847 
     O       0.657464     -0.588296      -1.308937 32848 
     H       0.103397     -2.203727       1.587121 32849 
     H       1.376211     -2.569659       0.416360 32850 
     H      -0.332456     -2.729346      -0.052776 32851 
     O       2.018924     -0.965258      -1.487880 32852 
     H       2.367801     -0.172530      -1.916558 32853 
     O      -1.961469     -0.862756      -0.289974 32854 
     H      -1.156303      0.065599       1.351413 32855 
     O      -3.209903     -0.490395       0.288094 32856 
     H      -3.751100     -0.363751      -0.500583 32857 
     H      -2.088253      1.765280      -0.175253 32858 
     H      -0.877428      1.350853      -1.422534 32859 
Rotational constants (GHz):    1.0904800    0.8288800    0.6510800 32860 
Vibrational harmonic frequencies (cm-1): 32861 
    i1965.1093                   61.2974                   82.7643             32862 
       91.5830                  119.5439                  149.2601             32863 
      176.2412                  195.4772                  205.2662             32864 
      233.5291                  260.9956                  278.1984             32865 
      281.6495                  301.0799                  363.8824             32866 
      408.4931                  442.9563                  462.7538             32867 
      481.2144                  532.3768                  577.1744             32868 
      620.1069                  694.2565                  785.7647             32869 
      900.4932                  947.8787                  984.1390             32870 
     1020.5981                 1037.3987                 1068.5890             32871 
     1097.0940                 1115.7745                 1133.1391             32872 
     1174.3667                 1176.5518                 1209.6887             32873 
     1245.3424                 1292.1785                 1337.2978             32874 
     1374.9146                 1404.1944                 1408.6658             32875 
     1410.1992                 1422.0784                 1481.6092             32876 
     1484.2478                 1493.7486                 1540.1011             32877 
     1955.3758                 3067.6502                 3090.4962             32878 
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     3100.2624                 3160.8715                 3168.2222             32879 
     3186.3374                 3812.0853                 3833.3438             32880 
Zero-point correction (Hartree): 0.150224 32881 
 32882 
TS.diHPCARP_Ic.16aldHshift.a.pmmpuu 32883 
----------------------------------- 32884 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14893493  32885 
Electronic state : 2-A 32886 
Cartesian coordinates (Angs): 32887 
     O       2.053735     -1.052261       0.922459 32888 
     H       0.794977     -0.923960       1.229678 32889 
     C      -0.451191     -0.754983       1.027655 32890 
     O       2.378649      0.130053       0.292853 32891 
     C      -0.638296     -0.522935      -0.475562 32892 
     C       1.831918      0.145182      -1.015359 32893 
     C       0.348022      0.529123      -1.026986 32894 
     O      -1.296984     -0.888649       1.837509 32895 
     C      -0.415281     -1.881449      -1.143562 32896 
     O      -1.978311     -0.215870      -0.776436 32897 
     H      -1.240665     -2.538139      -0.877682 32898 
     H       0.519727     -2.329310      -0.816965 32899 
     H      -0.400632     -1.755463      -2.225712 32900 
     O      -2.398392      0.940546      -0.073259 32901 
     H      -2.724506      0.557342       0.754702 32902 
     O       0.189910      1.812762      -0.452497 32903 
     H       0.053279      0.683247      -2.069353 32904 
     O       0.222971      1.697382       0.961262 32905 
     H       1.174112      1.695701       1.149901 32906 
     H       2.375157      0.937565      -1.529902 32907 
     H       2.024895     -0.808322      -1.506910 32908 
Rotational constants (GHz):    1.2866700    0.8658500    0.7947400 32909 
Vibrational harmonic frequencies (cm-1): 32910 
    i1838.3612                   94.7440                  119.6354             32911 
      152.3114                  174.1540                  195.2186             32912 
      221.1688                  228.0122                  266.8587             32913 
      290.5639                  311.8494                  322.0143             32914 
      332.0323                  391.3678                  397.5333             32915 
      414.7970                  445.4665                  469.6604             32916 
      506.6717                  545.5018                  613.2693             32917 
      627.8507                  810.7687                  832.6329             32918 
      886.7636                  927.9800                  952.4173             32919 
      979.3717                 1003.7742                 1056.3535             32920 
     1073.0053                 1107.6066                 1139.2235             32921 
     1155.0036                 1207.4299                 1220.3654             32922 
     1234.3157                 1301.7672                 1335.2551             32923 
     1373.8043                 1393.4355                 1406.9672             32924 
     1434.8109                 1443.3612                 1474.9135             32925 
     1492.8765                 1508.1867                 1515.8573             32926 
     1933.8805                 3074.3958                 3079.0884             32927 
     3090.1538                 3143.6251                 3158.6173             32928 
     3176.7168                 3751.9565                 3772.4755             32929 
Zero-point correction (Hartree): 0.151657 32930 
 32931 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdd 32932 
----------------------------------- 32933 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14406534  32934 
Electronic state : 2-A 32935 
Cartesian coordinates (Angs): 32936 
     O      -1.525489      1.861327       0.594944 32937 
     H      -1.834397      0.734253       0.050399 32938 
     C      -1.513603     -0.305605      -0.620489 32939 
     O      -0.546305      2.322319      -0.257857 32940 
     C      -0.091671     -0.721293      -0.163980 32941 
     C       0.704989      1.728022       0.048147 32942 
     C       0.855681      0.390011      -0.684322 32943 
     O      -2.136968     -0.765305      -1.504324 32944 
     C       0.266508     -2.098940      -0.680644 32945 
     O      -0.070274     -0.657077       1.246261 32946 
     H       0.261931     -2.104652      -1.769343 32947 
     H      -0.463218     -2.821833      -0.323075 32948 
     H       1.256666     -2.364675      -0.319019 32949 
     O      -1.205776     -1.381870       1.711657 32950 
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     H      -1.647629     -0.699942       2.235203 32951 
     O       2.196516     -0.031734      -0.746304 32952 
     H       0.611573      0.548825      -1.738354 32953 
     O       2.632745     -0.284612       0.590698 32954 
     H       3.457459      0.215588       0.610979 32955 
     H       1.456696      2.413312      -0.343744 32956 
     H       0.813903      1.621568       1.124084 32957 
Rotational constants (GHz):    1.0662500    0.9167200    0.7132200 32958 
Vibrational harmonic frequencies (cm-1): 32959 
    i1940.3240                   62.1305                   90.5301             32960 
      108.7469                  110.5899                  134.5505             32961 
      169.0485                  186.8710                  211.9187             32962 
      228.3340                  267.5197                  286.3333             32963 
      299.0572                  315.7095                  353.6774             32964 
      413.9897                  445.6176                  469.6099             32965 
      495.3808                  552.2618                  575.4394             32966 
      600.0734                  733.9066                  792.3460             32967 
      894.0840                  948.3287                  965.0326             32968 
      981.9259                 1030.9893                 1055.5717             32969 
     1095.9371                 1122.2865                 1134.9543             32970 
     1166.6122                 1187.0825                 1213.4256             32971 
     1246.2563                 1287.2022                 1329.0677             32972 
     1372.9898                 1392.1416                 1407.1879             32973 
     1410.8318                 1425.9574                 1481.9722             32974 
     1484.9632                 1493.9763                 1540.3682             32975 
     1954.6359                 3080.7592                 3086.0186             32976 
     3096.3120                 3165.8811                 3169.2389             32977 
     3177.9502                 3807.2394                 3836.5292             32978 
Zero-point correction (Hartree): 0.150239 32979 
 32980 
TS.diHPCARP_Ic.16aldHshift.a.pmppdd 32981 
----------------------------------- 32982 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14631205  32983 
Electronic state : 2-A 32984 
Cartesian coordinates (Angs): 32985 
     O      -1.317323      1.979312       0.761570 32986 
     H      -1.757363      0.881968       0.283266 32987 
     C      -1.589650     -0.132526      -0.483918 32988 
     O      -0.405604      2.349738      -0.202825 32989 
     C      -0.172217     -0.700229      -0.229414 32990 
     C       0.829455      1.683952       0.010623 32991 
     C       0.854064      0.346550      -0.736512 32992 
     O      -2.335692     -0.467185      -1.328380 32993 
     C      -0.014517     -2.049614      -0.902640 32994 
     O       0.022080     -0.776649       1.171023 32995 
     H      -0.171341     -1.947484      -1.974925 32996 
     H      -0.750701     -2.745732      -0.508429 32997 
     H       0.987256     -2.434947      -0.726446 32998 
     O      -1.048866     -1.545939       1.710184 32999 
     H      -1.419467     -0.916775       2.343576 33000 
     O       2.154685     -0.197254      -0.783818 33001 
     H       0.618614      0.530035      -1.788086 33002 
     O       2.701310     -0.233145       0.527889 33003 
     H       2.284594     -1.014290       0.921006 33004 
     H       1.599456      2.323299      -0.419405 33005 
     H       1.001432      1.564108       1.075468 33006 
Rotational constants (GHz):    1.0518500    0.9247000    0.7078700 33007 
Vibrational harmonic frequencies (cm-1): 33008 
    i2006.4975                   59.7457                   88.3722             33009 
      111.8054                  136.5508                  160.6920             33010 
      175.8855                  206.8978                  221.7542             33011 
      269.8847                  280.7770                  296.1773             33012 
      317.7598                  326.0174                  360.1938             33013 
      415.5246                  443.7826                  477.7119             33014 
      501.9757                  556.3834                  583.7006             33015 
      603.5872                  734.3212                  788.1620             33016 
      892.0616                  948.9361                  965.6507             33017 
      977.5702                 1029.5144                 1059.2098             33018 
     1098.1021                 1122.4167                 1135.5192             33019 
     1166.5033                 1176.4166                 1208.6656             33020 
     1232.1119                 1292.6494                 1327.2893             33021 
     1377.0180                 1401.2014                 1409.7711             33022 
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     1415.4185                 1438.2650                 1481.9458             33023 
     1484.9312                 1492.8142                 1553.9035             33024 
     1952.9261                 3084.7402                 3087.4622             33025 
     3108.9503                 3166.1658                 3175.0733             33026 
     3183.4170                 3765.7332                 3809.3701             33027 
Zero-point correction (Hartree): 0.150677 33028 
 33029 
TS.diHPCARP_Ic.16aldHshift.a.pmtpuu 33030 
----------------------------------- 33031 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15005785  33032 
Electronic state : 2-A 33033 
Cartesian coordinates (Angs): 33034 
     O      -2.527042     -0.694529      -0.552019 33035 
     H      -1.398129     -1.154596      -0.846951 33036 
     C      -0.111254     -1.289251      -0.728552 33037 
     O      -2.315877      0.662788      -0.609284 33038 
     C       0.308951     -0.583522       0.564083 33039 
     C      -1.683516      1.096693       0.580267 33040 
     C      -0.167611      0.890182       0.561120 33041 
     O       0.584181     -1.893520      -1.466438 33042 
     C      -0.291527     -1.363239       1.732433 33043 
     O       1.706092     -0.716185       0.772050 33044 
     H       0.198458     -2.331655       1.806257 33045 
     H      -1.359005     -1.507933       1.590833 33046 
     H      -0.119025     -0.811360       2.655854 33047 
     O       2.454794     -0.215488      -0.321869 33048 
     H       2.409053     -0.946597      -0.957507 33049 
     O       0.307254      1.602869      -0.563238 33050 
     H       0.246748      1.345695       1.464732 33051 
     O       1.482277      2.311373      -0.211499 33052 
     H       2.166161      1.650230      -0.404551 33053 
     H      -1.856730      2.171305       0.611204 33054 
     H      -2.151225      0.621283       1.442397 33055 
Rotational constants (GHz):    1.1662400    0.8904800    0.6915300 33056 
Vibrational harmonic frequencies (cm-1): 33057 
    i2115.1702                   63.3288                   97.2718             33058 
      142.0548                  155.1706                  195.3856             33059 
      225.9799                  240.0649                  260.5857             33060 
      278.4770                  309.8615                  327.2616             33061 
      359.2743                  395.4104                  403.0243             33062 
      416.7986                  453.5439                  510.8538             33063 
      524.7198                  562.2338                  594.9857             33064 
      625.5770                  746.8457                  818.9896             33065 
      891.1059                  927.5135                  956.0365             33066 
      989.5912                 1036.0711                 1054.2932             33067 
     1081.2952                 1116.4452                 1139.6845             33068 
     1163.6172                 1196.6860                 1208.7105             33069 
     1236.0320                 1307.7443                 1329.8183             33070 
     1368.2148                 1393.9058                 1407.7429             33071 
     1431.3278                 1454.0209                 1470.8653             33072 
     1489.9256                 1504.8846                 1506.9995             33073 
     1928.6090                 3074.2095                 3080.3810             33074 
     3092.4502                 3150.2301                 3158.3782             33075 
     3180.6115                 3719.6406                 3749.4204             33076 
Zero-point correction (Hartree): 0.151508 33077 
 33078 
TS.diHPCARP_Ic.16aldHshift.a.ppmmuu 33079 
----------------------------------- 33080 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14685391  33081 
Electronic state : 2-A 33082 
Cartesian coordinates (Angs): 33083 
     O       2.215517     -1.007835       0.736303 33084 
     H       0.990573     -1.061078       1.097192 33085 
     C      -0.280446     -0.969768       0.951561 33086 
     O       2.368363      0.313158       0.388519 33087 
     C      -0.538689     -0.559035      -0.506271 33088 
     C       1.826948      0.524736      -0.895831 33089 
     C       0.302346      0.659418      -0.945764 33090 
     O      -1.077253     -1.266435       1.764247 33091 
     C      -0.198852     -1.785554      -1.352858 33092 
     O      -1.915036     -0.350215      -0.757760 33093 
     H      -0.903803     -2.580696      -1.120047 33094 
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     H       0.811934     -2.125511      -1.142138 33095 
     H      -0.286517     -1.533396      -2.408946 33096 
     O      -2.461873      0.621487       0.125016 33097 
     H      -2.454818      1.413108      -0.431015 33098 
     O      -0.136551      1.860025      -0.334431 33099 
     H       0.043788      0.824215      -1.997505 33100 
     O      -0.032925      1.718721       1.075285 33101 
     H      -0.953186      1.517478       1.311914 33102 
     H       2.238753      1.480254      -1.220531 33103 
     H       2.163492     -0.264403      -1.571377 33104 
Rotational constants (GHz):    1.2507400    0.8809600    0.7814300 33105 
Vibrational harmonic frequencies (cm-1): 33106 
    i1989.3117                   87.3139                  102.0688             33107 
      162.0051                  167.8401                  200.0444             33108 
      209.1096                  242.8704                  255.4796             33109 
      274.5811                  303.7042                  320.1187             33110 
      326.5870                  388.1201                  396.8433             33111 
      421.1155                  461.2714                  509.1882             33112 
      530.9518                  570.8654                  610.9904             33113 
      624.2869                  804.7003                  825.8157             33114 
      879.1933                  929.9597                  945.2343             33115 
      982.4429                 1008.1864                 1044.2300             33116 
     1075.1850                 1112.1314                 1154.4404             33117 
     1158.1198                 1202.5297                 1221.1616             33118 
     1239.7927                 1310.3089                 1344.8184             33119 
     1381.0989                 1399.3744                 1407.7379             33120 
     1427.7127                 1449.2286                 1468.0848             33121 
     1487.3832                 1504.5585                 1505.3310             33122 
     1947.2597                 3057.3397                 3073.2558             33123 
     3080.6746                 3134.2548                 3159.1577             33124 
     3177.6704                 3735.4270                 3793.0165             33125 
Zero-point correction (Hartree): 0.151708 33126 
 33127 
TS.diHPCARP_Ic.16aldHshift.a.ppmpuu 33128 
----------------------------------- 33129 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14857994  33130 
Electronic state : 2-A 33131 
Cartesian coordinates (Angs): 33132 
     O       2.076705     -1.129434       0.815982 33133 
     H       0.773337     -1.039114       1.134188 33134 
     C      -0.453310     -0.905598       0.953786 33135 
     O       2.384758      0.106899       0.295220 33136 
     C      -0.665211     -0.480323      -0.506784 33137 
     C       1.828914      0.225791      -1.001529 33138 
     C       0.343427      0.587429      -0.979891 33139 
     O      -1.265867     -1.218541       1.741045 33140 
     C      -0.511767     -1.760827      -1.327931 33141 
     O      -1.981158     -0.047469      -0.757602 33142 
     H      -1.341859     -2.422815      -1.092284 33143 
     H       0.425325     -2.261645      -1.093940 33144 
     H      -0.540010     -1.520883      -2.390520 33145 
     O      -2.399545      0.907199       0.204012 33146 
     H      -1.953537      1.716688      -0.085994 33147 
     O       0.155257      1.834226      -0.320665 33148 
     H       0.052940      0.814849      -2.010363 33149 
     O       0.247824      1.639877       1.085644 33150 
     H       1.206180      1.597481       1.232350 33151 
     H       2.362013      1.059636      -1.458869 33152 
     H       2.019495     -0.685097      -1.569562 33153 
Rotational constants (GHz):    1.2629500    0.8708000    0.7844500 33154 
Vibrational harmonic frequencies (cm-1): 33155 
    i1570.3174                   88.7549                  118.9913             33156 
      155.3756                  174.2447                  202.9052             33157 
      215.5625                  229.4321                  262.7245             33158 
      293.1230                  310.9030                  319.1481             33159 
      334.0632                  377.2610                  403.2141             33160 
      431.5113                  442.6008                  467.2753             33161 
      505.8798                  546.7713                  608.9737             33162 
      626.8374                  808.4790                  830.7258             33163 
      887.1157                  924.6052                  945.7850             33164 
      980.1213                 1004.3432                 1053.9105             33165 
     1079.8713                 1104.8002                 1140.8734             33166 
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     1154.2211                 1210.7470                 1220.1360             33167 
     1236.7795                 1306.4467                 1346.4090             33168 
     1375.1426                 1395.3154                 1407.5635             33169 
     1442.4481                 1450.0629                 1472.0847             33170 
     1491.5634                 1504.2249                 1521.6972             33171 
     1959.3708                 3068.5397                 3075.6933             33172 
     3085.4515                 3138.5761                 3157.0588             33173 
     3171.0087                 3744.5979                 3774.3290             33174 
Zero-point correction (Hartree): 0.151693 33175 
 33176 
TS.diHPCARP_Ic.16aldHshift.a.tmmpuu 33177 
----------------------------------- 33178 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14739164  33179 
Electronic state : 2-A 33180 
Cartesian coordinates (Angs): 33181 
     O       2.336258      1.066853       0.309035 33182 
     H       1.210964      1.374076      -0.314078 33183 
     C      -0.003325      1.348876      -0.611698 33184 
     O       2.396370     -0.302187       0.189691 33185 
     C      -0.721049      0.368120       0.319261 33186 
     C       1.461211     -0.893656       1.075839 33187 
     C       0.046121     -0.955881       0.506906 33188 
     O      -0.489974      2.074499      -1.398482 33189 
     C      -0.903320      1.093816       1.651853 33190 
     O      -1.963926      0.137440      -0.319007 33191 
     H      -1.549076      1.955322       1.494892 33192 
     H       0.051308      1.432930       2.050932 33193 
     H      -1.377695      0.421606       2.365476 33194 
     O      -2.678659     -0.842307       0.418978 33195 
     H      -2.611783     -1.599872      -0.178839 33196 
     O       0.010097     -1.738342      -0.673849 33197 
     H      -0.543141     -1.546390       1.212415 33198 
     O       0.488781     -0.955483      -1.758344 33199 
     H       1.451176     -1.028926      -1.665725 33200 
     H       1.805477     -1.920472       1.200902 33201 
     H       1.493370     -0.379707       2.036871 33202 
Rotational constants (GHz):    1.2294100    0.8462100    0.7597700 33203 
Vibrational harmonic frequencies (cm-1): 33204 
    i1700.9473                   56.9338                   93.4195             33205 
      123.5468                  153.3974                  173.8431             33206 
      202.5346                  222.7524                  253.6372             33207 
      275.2230                  290.5223                  318.8552             33208 
      335.4199                  363.1770                  399.3793             33209 
      411.5223                  440.2424                  489.4504             33210 
      506.9565                  531.6300                  588.8115             33211 
      657.6572                  755.5640                  839.9352             33212 
      904.0455                  926.8516                  953.0726             33213 
      979.3847                 1007.8671                 1046.9638             33214 
     1086.7350                 1099.1380                 1144.6485             33215 
     1155.3129                 1176.5787                 1214.9051             33216 
     1251.4907                 1310.6074                 1350.8024             33217 
     1382.6357                 1398.1217                 1405.8953             33218 
     1415.2595                 1439.2738                 1470.6150             33219 
     1489.8955                 1502.1703                 1511.9314             33220 
     1948.8304                 3074.6777                 3083.0303             33221 
     3093.6449                 3140.2916                 3157.1372             33222 
     3162.7029                 3756.6834                 3793.6960             33223 
Zero-point correction (Hartree): 0.151087 33224 
 33225 
TS.diHPCARP_Ic.16aldHshift.a.tmtpuu 33226 
----------------------------------- 33227 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14771108  33228 
Electronic state : 2-A 33229 
Cartesian coordinates (Angs): 33230 
     O       2.682469     -0.522226       0.022756 33231 
     H       1.688227     -1.038756       0.645187 33232 
     C       0.449642     -1.158451       0.936254 33233 
     O       2.383896      0.819158       0.084065 33234 
     C      -0.353866     -0.653910      -0.264766 33235 
     C       1.436535      1.137599      -0.916010 33236 
     C      -0.004427      0.831362      -0.517683 33237 
     O       0.040208     -1.571551       1.957689 33238 
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     C      -0.053466     -1.536765      -1.469765 33239 
     O      -1.709852     -0.783709       0.143796 33240 
     H      -0.470536     -2.526627      -1.294430 33241 
     H       1.018128     -1.619814      -1.635140 33242 
     H      -0.525925     -1.113552      -2.354479 33243 
     O      -2.545915     -0.323719      -0.905357 33244 
     H      -2.713681      0.589112      -0.621827 33245 
     O      -0.258220      1.625155       0.628519 33246 
     H      -0.639870      1.174211      -1.339459 33247 
     O      -1.658092      1.848942       0.747260 33248 
     H      -1.891847      1.233533       1.456956 33249 
     H       1.517760      2.215616      -1.048760 33250 
     H       1.695306      0.630865      -1.846055 33251 
Rotational constants (GHz):    1.2148600    0.8275000    0.7138200 33252 
Vibrational harmonic frequencies (cm-1): 33253 
    i1978.8232                   65.7305                   93.4948             33254 
      140.0516                  166.4185                  175.1519             33255 
      207.6152                  218.6541                  228.4810             33256 
      264.5837                  304.4683                  315.5038             33257 
      330.7195                  390.7330                  421.6736             33258 
      438.7492                  469.3075                  500.0725             33259 
      522.5725                  537.4554                  603.5014             33260 
      650.5478                  719.1107                  782.3334             33261 
      897.2960                  943.7717                  964.2212             33262 
      982.0357                 1038.3412                 1049.8628             33263 
     1077.4727                 1123.9642                 1148.3712             33264 
     1166.4861                 1175.6282                 1224.6909             33265 
     1240.3340                 1315.8123                 1352.8977             33266 
     1370.8921                 1399.8323                 1409.7669             33267 
     1423.7155                 1446.4187                 1467.7126             33268 
     1493.0000                 1502.3520                 1512.0884             33269 
     1952.4831                 3069.2172                 3081.7583             33270 
     3091.0665                 3148.4082                 3159.3417             33271 
     3174.1846                 3734.9897                 3786.0651             33272 
Zero-point correction (Hartree): 0.151433 33273 
 33274 
TS.diHPCARP_Ic.16aldHshift.b.mpmmuu 33275 
----------------------------------- 33276 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14609284  33277 
Electronic state : 2-A 33278 
Cartesian coordinates (Angs): 33279 
     O       2.063128     -0.930280       1.175189 33280 
     H       0.812573     -0.830883       1.356763 33281 
     C      -0.397277     -0.524520       1.095640 33282 
     O       2.119277     -1.161132      -0.177532 33283 
     C      -0.600810     -0.259362      -0.408562 33284 
     C       1.969215      0.054419      -0.885263 33285 
     C       0.525662      0.609535      -1.002712 33286 
     O      -1.240117     -0.443204       1.922533 33287 
     C      -0.714249     -1.591701      -1.143307 33288 
     O      -1.757179      0.545854      -0.570223 33289 
     H      -1.525274     -2.181980      -0.727141 33290 
     H       0.214463     -2.149994      -1.067712 33291 
     H      -0.940202     -1.385291      -2.189188 33292 
     O      -2.920050     -0.208779      -0.281980 33293 
     H      -2.974270     -0.125964       0.682432 33294 
     O       0.464409      1.942778      -0.540569 33295 
     H       0.273038      0.733337      -2.057940 33296 
     O       0.613328      1.914744       0.874167 33297 
     H      -0.238398      2.277313       1.153888 33298 
     H       2.585405      0.823313      -0.420090 33299 
     H       2.355041     -0.169926      -1.878461 33300 
Rotational constants (GHz):    1.2728200    0.8111100    0.7555200 33301 
Vibrational harmonic frequencies (cm-1): 33302 
    i2013.2022                   45.0567                   75.5634             33303 
      123.1321                  153.4538                  165.4286             33304 
      186.2710                  227.3497                  263.2453             33305 
      282.0196                  290.6909                  318.9931             33306 
      343.4575                  353.3109                  388.2555             33307 
      399.0158                  436.4445                  467.2115             33308 
      522.1353                  536.4904                  594.6628             33309 
      628.9761                  728.0590                  842.2539             33310 
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      860.4695                  919.1937                  967.4907             33311 
      993.0474                 1032.0276                 1041.1042             33312 
     1070.1398                 1087.7411                 1129.4112             33313 
     1156.0626                 1169.2043                 1193.9724             33314 
     1247.0184                 1318.6015                 1334.8691             33315 
     1368.0698                 1395.3251                 1403.8532             33316 
     1421.0462                 1446.0466                 1474.0407             33317 
     1492.0326                 1506.2711                 1572.4709             33318 
     1910.1844                 3084.3725                 3088.0701             33319 
     3094.7023                 3149.4878                 3166.5853             33320 
     3186.7952                 3757.9138                 3802.2058             33321 
Zero-point correction (Hartree): 0.150840 33322 
 33323 
TS.diHPCARP_Ic.16aldHshift.b.mpmpuu 33324 
----------------------------------- 33325 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14784566  33326 
Electronic state : 2-A 33327 
Cartesian coordinates (Angs): 33328 
     O       2.044777     -0.150948       1.332640 33329 
     H       0.747488     -0.050792       1.540301 33330 
     C      -0.458554      0.055143       1.200127 33331 
     O       2.054763     -1.171186       0.412819 33332 
     C      -0.653065     -0.359100      -0.277655 33333 
     C       1.856476     -0.659438      -0.891824 33334 
     C       0.530720      0.082114      -1.152924 33335 
     O      -1.309495      0.418520       1.932010 33336 
     C      -0.842637     -1.873118      -0.336208 33337 
     O      -1.753981      0.343696      -0.817007 33338 
     H      -1.737911     -2.151066       0.211564 33339 
     H       0.014440     -2.386315       0.092244 33340 
     H      -0.968428     -2.167065      -1.378349 33341 
     O      -2.961551     -0.119549      -0.243064 33342 
     H      -3.026374      0.431319       0.551636 33343 
     O       0.693969      1.487744      -1.201311 33344 
     H       0.237601     -0.136906      -2.182832 33345 
     O       0.723221      2.029267       0.106054 33346 
     H       1.617604      1.816282       0.418360 33347 
     H       2.672621      0.017025      -1.157082 33348 
     H       1.911685     -1.546446      -1.522070 33349 
Rotational constants (GHz):    1.3222400    0.7925100    0.7701800 33350 
Vibrational harmonic frequencies (cm-1): 33351 
    i1800.3096                   85.7243                  126.6720             33352 
      141.3296                  168.8017                  180.0090             33353 
      191.2698                  232.2924                  265.1172             33354 
      280.0564                  289.1635                  322.0334             33355 
      348.7840                  383.2630                  401.0609             33356 
      408.7142                  449.6479                  461.3970             33357 
      529.9095                  558.0695                  587.0475             33358 
      637.3736                  759.2474                  827.8912             33359 
      848.4991                  926.0590                  966.2020             33360 
      992.3554                 1035.3003                 1053.0618             33361 
     1061.2092                 1113.4808                 1136.5191             33362 
     1167.6558                 1191.4690                 1202.6905             33363 
     1257.9372                 1297.1277                 1347.4232             33364 
     1377.0759                 1398.6375                 1408.9647             33365 
     1447.4197                 1449.6986                 1478.0045             33366 
     1492.2842                 1505.9374                 1553.0096             33367 
     1926.8445                 3067.3349                 3080.6402             33368 
     3085.3166                 3135.3623                 3163.6890             33369 
     3185.4818                 3730.7948                 3766.6327             33370 
Zero-point correction (Hartree): 0.151464 33371 
 33372 
TS.diHPCARP_Ic.16aldHshift.b.mppmuu 33373 
----------------------------------- 33374 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14759946  33375 
Electronic state : 2-A 33376 
Cartesian coordinates (Angs): 33377 
     O      -1.841881      0.720497       1.269752 33378 
     H      -0.571671      0.494630       1.492075 33379 
     C       0.622600      0.189164       1.189433 33380 
     O      -1.744673      1.506572       0.144269 33381 
     C       0.799198      0.187379      -0.356306 33382 
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     C      -1.624142      0.692544      -1.012533 33383 
     C      -0.513851     -0.348878      -0.943664 33384 
     O       1.443028     -0.107242       1.981299 33385 
     C       1.182707      1.576280      -0.846013 33386 
     O       1.757137     -0.791106      -0.710691 33387 
     H       2.167642      1.833736      -0.468571 33388 
     H       0.462704      2.317977      -0.509710 33389 
     H       1.220747      1.565290      -1.935464 33390 
     O       3.047721     -0.387069      -0.294463 33391 
     H       3.082308     -0.733403       0.609744 33392 
     O      -0.795492     -1.478488      -0.113262 33393 
     H      -0.321822     -0.693665      -1.964833 33394 
     O      -2.162130     -1.821963      -0.145929 33395 
     H      -2.502899     -1.286604       0.589970 33396 
     H      -2.568905      0.199040      -1.232667 33397 
     H      -1.396865      1.394458      -1.813837 33398 
Rotational constants (GHz):    1.3886900    0.7454400    0.7068000 33399 
Vibrational harmonic frequencies (cm-1): 33400 
    i1904.4792                   74.7139                  110.8834             33401 
      148.2499                  164.9981                  197.5490             33402 
      200.5192                  235.8049                  243.9329             33403 
      290.2955                  303.2871                  349.5650             33404 
      362.1176                  388.1302                  396.8564             33405 
      408.7507                  416.9603                  484.6863             33406 
      545.7338                  567.3251                  575.9751             33407 
      643.0920                  769.4270                  818.0470             33408 
      850.5369                  926.4543                  936.6944             33409 
      995.8131                 1025.9453                 1044.0971             33410 
     1057.8691                 1111.4720                 1142.5107             33411 
     1173.9895                 1178.1031                 1192.4866             33412 
     1258.0510                 1292.9415                 1353.1617             33413 
     1374.4488                 1398.3477                 1407.2246             33414 
     1444.8473                 1449.8712                 1484.4803             33415 
     1500.1238                 1507.8227                 1556.5829             33416 
     1938.2643                 3058.4402                 3080.6949             33417 
     3105.7206                 3152.5953                 3162.6113             33418 
     3185.7320                 3714.3589                 3768.8069             33419 
Zero-point correction (Hartree): 0.151562 33420 
 33421 
TS.diHPCARP_Ic.16aldHshift.b.mpppuu 33422 
----------------------------------- 33423 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14645057  33424 
Electronic state : 2-A 33425 
Cartesian coordinates (Angs): 33426 
     O       1.658995     -1.515962       1.029556 33427 
     H       0.429658     -1.261945       1.227731 33428 
     C      -0.710111     -0.706807       1.013372 33429 
     O       1.689056     -1.632849      -0.338684 33430 
     C      -0.727140     -0.064243      -0.393593 33431 
     C       1.788310     -0.352473      -0.939787 33432 
     C       0.634555      0.603658      -0.623505 33433 
     O      -1.575868     -0.642635       1.812784 33434 
     C      -1.060705     -1.105903      -1.454310 33435 
     O      -1.642048      1.018112      -0.405516 33436 
     H      -2.082677     -1.445711      -1.315990 33437 
     H      -0.384656     -1.953809      -1.394800 33438 
     H      -0.980442     -0.637839      -2.435642 33439 
     O      -2.968065      0.536770      -0.293003 33440 
     H      -3.069261      0.462947       0.668140 33441 
     O       0.871214      1.348687       0.561111 33442 
     H       0.517194      1.300139      -1.459192 33443 
     O       1.961843      2.218579       0.308272 33444 
     H       1.528042      3.080147       0.352692 33445 
     H       2.719221      0.132135      -0.644292 33446 
     H       1.812460     -0.567073      -2.007871 33447 
Rotational constants (GHz):    1.2147400    0.7901200    0.6770700 33448 
Vibrational harmonic frequencies (cm-1): 33449 
    i2073.0138                   73.9298                   84.2923             33450 
      137.0914                  159.0744                  173.7870             33451 
      174.4931                  223.1153                  227.3275             33452 
      244.5730                  294.4097                  298.5866             33453 
      332.5772                  352.7447                  373.9050             33454 
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      393.3443                  408.5505                  427.4109             33455 
      449.9232                  561.4046                  565.7363             33456 
      642.8678                  768.4049                  827.9728             33457 
      859.2236                  927.4030                  956.2238             33458 
     1010.0060                 1024.5994                 1051.4197             33459 
     1055.9912                 1096.1241                 1135.9219             33460 
     1159.5384                 1177.1690                 1196.6982             33461 
     1254.7701                 1303.2684                 1356.2701             33462 
     1373.4925                 1398.9305                 1406.1832             33463 
     1414.9984                 1445.7395                 1475.5907             33464 
     1494.4411                 1504.5013                 1570.1541             33465 
     1929.6876                 3060.4253                 3081.8976             33466 
     3090.9406                 3144.6654                 3165.3279             33467 
     3188.6841                 3760.9421                 3817.5781             33468 
Zero-point correction (Hartree): 0.150551 33469 
 33470 
TS.diHPCARP_Ic.16aldHshift.b.mptpuu 33471 
----------------------------------- 33472 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14896985  33473 
Electronic state : 2-A 33474 
Cartesian coordinates (Angs): 33475 
     O       2.185804     -0.812128       1.116279 33476 
     H       0.940344     -0.997190       1.274281 33477 
     C      -0.306573     -0.880186       1.001910 33478 
     O       2.290930     -0.960986      -0.244334 33479 
     C      -0.504872     -0.311552      -0.423363 33480 
     C       1.975022      0.260420      -0.886247 33481 
     C       0.556606      0.782303      -0.633356 33482 
     O      -1.167934     -1.094954       1.781080 33483 
     C      -0.467796     -1.411617      -1.472182 33484 
     O      -1.732714      0.408277      -0.442375 33485 
     H      -1.313655     -2.079567      -1.338635 33486 
     H       0.456136     -1.979030      -1.399066 33487 
     H      -0.540561     -0.952855      -2.458650 33488 
     O      -2.833444     -0.475717      -0.339219 33489 
     H      -2.874178     -0.635142       0.616975 33490 
     O       0.582379      1.637165       0.499760 33491 
     H       0.254621      1.378521      -1.497431 33492 
     O      -0.328794      2.705434       0.294542 33493 
     H      -1.185404      2.294655       0.483889 33494 
     H       2.675882      1.038431      -0.582493 33495 
     H       2.102670      0.039241      -1.945300 33496 
Rotational constants (GHz):    1.1842900    0.8390300    0.7017600 33497 
Vibrational harmonic frequencies (cm-1): 33498 
    i2068.5537                   67.3371                   96.7734             33499 
      146.4118                  161.9170                  170.5520             33500 
      180.5816                  223.5147                  244.6295             33501 
      278.4485                  308.8443                  319.3837             33502 
      353.9998                  368.9376                  397.8569             33503 
      402.8962                  425.9499                  455.4922             33504 
      466.2860                  545.0913                  582.6006             33505 
      612.9484                  769.9701                  826.5070             33506 
      873.4077                  926.4515                  942.2659             33507 
      989.5658                 1030.8723                 1048.7110             33508 
     1068.7214                 1093.6769                 1145.9553             33509 
     1161.8194                 1168.5583                 1187.0354             33510 
     1251.3897                 1302.3127                 1354.7649             33511 
     1358.4509                 1399.9147                 1407.2430             33512 
     1447.9234                 1453.6765                 1471.6428             33513 
     1492.1731                 1503.9612                 1568.7341             33514 
     1925.0231                 3080.0717                 3081.1894             33515 
     3090.3849                 3146.6916                 3161.9885             33516 
     3184.5833                 3746.1029                 3769.8891             33517 
Zero-point correction (Hartree): 0.150911 33518 
 33519 
TS.diHPCARP_Ic.16aldHshift.b.pmmmuu 33520 
----------------------------------- 33521 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14790371  33522 
Electronic state : 2-A 33523 
Cartesian coordinates (Angs): 33524 
     O       2.166549     -0.557680       1.238708 33525 
     H       0.950127     -0.864761       1.266965 33526 
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     C      -0.275899     -0.966513       0.900182 33527 
     O       2.400212     -0.454031      -0.111650 33528 
     C      -0.445861     -0.513568      -0.553855 33529 
     C       1.868272      0.764561      -0.597345 33530 
     C       0.347456      0.765382      -0.908773 33531 
     O      -1.132708     -1.384595       1.598882 33532 
     C      -0.017241     -1.679349      -1.446053 33533 
     O      -1.821119     -0.355636      -0.863481 33534 
     H      -0.595520     -2.564134      -1.188444 33535 
     H       1.042408     -1.886206      -1.328954 33536 
     H      -0.228239     -1.413244      -2.481153 33537 
     O      -2.483989      0.459859       0.091850 33538 
     H      -2.852218     -0.214226       0.682017 33539 
     O      -0.241865      1.930643      -0.381697 33540 
     H       0.192942      0.901930      -1.981535 33541 
     O      -0.224222      1.819754       1.034384 33542 
     H      -1.163261      1.636731       1.193060 33543 
     H       2.063423      1.552716       0.127915 33544 
     H       2.427100      0.961610      -1.510766 33545 
Rotational constants (GHz):    1.2394900    0.8737200    0.7775800 33546 
Vibrational harmonic frequencies (cm-1): 33547 
    i2042.5424                   36.6406                   91.4273             33548 
      166.9669                  182.1763                  204.2375             33549 
      207.8537                  220.5854                  259.9789             33550 
      265.8385                  298.4766                  326.6601             33551 
      351.2161                  367.4503                  418.5716             33552 
      423.7733                  450.1705                  480.5607             33553 
      514.8403                  558.2004                  580.1277             33554 
      656.8754                  717.6970                  834.3674             33555 
      877.6126                  927.4285                  968.6383             33556 
      994.3875                 1017.5394                 1044.9309             33557 
     1060.8746                 1083.5657                 1128.0873             33558 
     1147.1964                 1165.4767                 1201.1291             33559 
     1231.7106                 1324.3180                 1337.8160             33560 
     1369.8029                 1400.6092                 1411.9915             33561 
     1423.0508                 1443.0369                 1475.4453             33562 
     1495.7376                 1500.7291                 1571.0751             33563 
     1919.0533                 3081.0991                 3085.4333             33564 
     3096.1886                 3154.3237                 3157.6767             33565 
     3187.5224                 3748.0889                 3774.1877             33566 
Zero-point correction (Hartree): 0.151317 33567 
 33568 
TS.diHPCARP_Ic.16aldHshift.b.pmmpuu 33569 
----------------------------------- 33570 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14624363  33571 
Electronic state : 2-A 33572 
Cartesian coordinates (Angs): 33573 
     O      -2.020877     -0.038436       1.290869 33574 
     H      -0.779765      0.302764       1.490150 33575 
     C       0.431068      0.509391       1.171469 33576 
     O      -2.296596      0.688212       0.157042 33577 
     C       0.563676      0.625863      -0.360183 33578 
     C      -1.874499     -0.017310      -0.996136 33579 
     C      -0.370307     -0.354290      -1.095208 33580 
     O       1.311053      0.606840       1.949000 33581 
     C       0.246682      2.072945      -0.744035 33582 
     O       1.911588      0.481152      -0.740901 33583 
     H       0.986070      2.725239      -0.284691 33584 
     H      -0.746519      2.362855      -0.414691 33585 
     H       0.321335      2.171360      -1.826616 33586 
     O       2.430521     -0.762157      -0.303891 33587 
     H       2.795284     -0.526433       0.561861 33588 
     O      -0.118319     -1.719141      -0.821731 33589 
     H      -0.094508     -0.287710      -2.150894 33590 
     O      -0.074811     -1.944371       0.574526 33591 
     H      -1.011492     -1.954497       0.828943 33592 
     H      -2.430060     -0.953962      -1.085233 33593 
     H      -2.160536      0.644010      -1.813576 33594 
Rotational constants (GHz):    1.2655500    0.8673000    0.8117200 33595 
Vibrational harmonic frequencies (cm-1): 33596 
    i1865.2318                   94.8367                  116.8807             33597 
      160.6609                  166.6167                  201.3144             33598 
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      204.8123                  215.2827                  240.6493             33599 
      271.8464                  297.9543                  320.9074             33600 
      351.8192                  365.8741                  390.5865             33601 
      427.7716                  446.1749                  454.1513             33602 
      498.8141                  551.0255                  591.6330             33603 
      664.6190                  760.4594                  813.3883             33604 
      853.8692                  942.9297                  963.8819             33605 
      997.5100                 1039.5664                 1051.6720             33606 
     1058.0680                 1100.6776                 1133.3785             33607 
     1175.9258                 1192.8838                 1197.3679             33608 
     1240.9424                 1293.8852                 1341.5437             33609 
     1375.0808                 1399.5720                 1410.6863             33610 
     1435.8330                 1448.4089                 1479.9213             33611 
     1496.3718                 1505.1714                 1553.6768             33612 
     1934.5243                 3068.5180                 3081.9192             33613 
     3084.8303                 3133.3500                 3158.4050             33614 
     3189.0141                 3737.3265                 3774.9121             33615 
Zero-point correction (Hartree): 0.151406 33616 
 33617 
TS.diHPCARP_Ic.16aldHshift.b.pmtpuu 33618 
----------------------------------- 33619 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14985104  33620 
Electronic state : 2-A 33621 
Cartesian coordinates (Angs): 33622 
     O      -2.153132     -0.170827      -1.303909 33623 
     H      -1.066457     -0.805520      -1.298702 33624 
     C       0.095675     -1.164430      -0.862207 33625 
     O      -2.479234     -0.202090       0.029714 33626 
     C       0.326132     -0.583817       0.547171 33627 
     C      -1.816513      0.848233       0.712370 33628 
     C      -0.285583      0.829813       0.603780 33629 
     O       0.879632     -1.788098      -1.486013 33630 
     C      -0.259821     -1.529402       1.592412 33631 
     O       1.712926     -0.605389       0.851937 33632 
     H       0.277861     -2.474371       1.558464 33633 
     H      -1.315693     -1.705203       1.411015 33634 
     H      -0.124369     -1.086732       2.579059 33635 
     O       2.477398      0.052062      -0.143516 33636 
     H       2.624798     -0.656932      -0.787830 33637 
     O       0.086165      1.590612      -0.535577 33638 
     H       0.120233      1.328422       1.486336 33639 
     O       1.161633      2.448860      -0.196051 33640 
     H       1.925292      1.866167      -0.334618 33641 
     H      -2.161789      1.813780       0.342499 33642 
     H      -2.122308      0.716963       1.749944 33643 
Rotational constants (GHz):    1.1697800    0.8881100    0.7239900 33644 
Vibrational harmonic frequencies (cm-1): 33645 
    i2092.7960                   66.5901                  101.4329             33646 
      137.5864                  178.6831                  197.9782             33647 
      220.1645                  235.7665                  252.0465             33648 
      264.7065                  304.3437                  333.7457             33649 
      354.6889                  375.0974                  387.5635             33650 
      441.5735                  456.9633                  460.7342             33651 
      488.0293                  569.6814                  588.8517             33652 
      630.0633                  765.2651                  826.9451             33653 
      878.9554                  929.9574                  956.3084             33654 
      987.7690                 1029.9266                 1048.1817             33655 
     1069.5959                 1081.8229                 1135.3433             33656 
     1156.4152                 1172.8515                 1194.7178             33657 
     1234.5234                 1294.3303                 1344.6737             33658 
     1357.9370                 1397.3905                 1407.2778             33659 
     1422.6276                 1457.1079                 1475.0939             33660 
     1495.9270                 1502.6467                 1566.6142             33661 
     1930.2049                 3080.1401                 3083.8731             33662 
     3091.7498                 3145.2168                 3156.6913             33663 
     3186.7532                 3726.9928                 3761.6523             33664 
Zero-point correction (Hartree): 0.151270 33665 
 33666 
TS.diHPCARP_Ic.16aldHshift.b.ppmmuu 33667 
----------------------------------- 33668 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14538694  33669 
Electronic state : 2-A 33670 
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Cartesian coordinates (Angs): 33671 
     O       2.207411     -0.418451       1.188140 33672 
     H       0.983526     -0.793665       1.270598 33673 
     C      -0.229563     -0.972053       0.951159 33674 
     O       2.394995     -0.396894      -0.172451 33675 
     C      -0.463344     -0.562633      -0.514750 33676 
     C       1.813377      0.769569      -0.718935 33677 
     C       0.276162      0.731531      -0.919669 33678 
     O      -1.033884     -1.418134       1.685899 33679 
     C      -0.023812     -1.739169      -1.385688 33680 
     O      -1.848587     -0.457154      -0.789237 33681 
     H      -0.616450     -2.612995      -1.123647 33682 
     H       1.030794     -1.953461      -1.239734 33683 
     H      -0.207255     -1.491233      -2.430574 33684 
     O      -2.491071      0.429753       0.118959 33685 
     H      -2.555840      1.233543      -0.415420 33686 
     O      -0.316863      1.887008      -0.352361 33687 
     H       0.048626      0.867349      -1.980008 33688 
     O      -0.187870      1.800398       1.058984 33689 
     H      -1.064679      1.465246       1.309155 33690 
     H       2.047413      1.622032      -0.082576 33691 
     H       2.303893      0.887507      -1.683957 33692 
Rotational constants (GHz):    1.2327500    0.8764100    0.7825200 33693 
Vibrational harmonic frequencies (cm-1): 33694 
    i1926.7084                   42.4011                   90.5799             33695 
      155.6656                  169.6329                  199.0755             33696 
      205.9605                  216.8488                  251.4486             33697 
      264.6911                  289.8476                  321.5769             33698 
      348.9112                  369.9527                  419.6749             33699 
      430.2474                  448.8333                  481.7280             33700 
      550.4143                  576.6198                  592.5376             33701 
      660.8301                  716.2522                  824.9324             33702 
      867.6768                  929.6736                  968.4659             33703 
      992.6743                 1021.3144                 1045.4543             33704 
     1064.7919                 1079.8394                 1124.0865             33705 
     1153.9285                 1169.7913                 1199.2458             33706 
     1231.6712                 1322.0433                 1336.7573             33707 
     1371.0957                 1400.8308                 1416.4270             33708 
     1424.1893                 1439.6337                 1472.6381             33709 
     1494.9088                 1500.2784                 1569.1254             33710 
     1942.7522                 3078.1495                 3081.6650             33711 
     3093.9803                 3151.8363                 3158.3359             33712 
     3187.0359                 3725.5602                 3794.2685             33713 
Zero-point correction (Hartree): 0.151359 33714 
 33715 
TS.diHPCARP_Ic.16aldHshift.b.ppmpuu 33716 
----------------------------------- 33717 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14658155  33718 
Electronic state : 2-A 33719 
Cartesian coordinates (Angs): 33720 
     O       2.018841     -0.162891       1.269878 33721 
     H       0.733294     -0.520900       1.429398 33722 
     C      -0.437991     -0.752009       1.078996 33723 
     O       2.266422     -0.743175       0.050147 33724 
     C      -0.601278     -0.547309      -0.447483 33725 
     C       1.865253      0.127380      -0.989452 33726 
     C       0.370252      0.493334      -1.032405 33727 
     O      -1.265605     -1.136447       1.816592 33728 
     C      -0.382724     -1.909013      -1.106147 33729 
     O      -1.931361     -0.213058      -0.769270 33730 
     H      -1.136883     -2.598696      -0.734504 33731 
     H       0.607128     -2.298228      -0.881310 33732 
     H      -0.502002     -1.805087      -2.184379 33733 
     O      -2.409408      0.837244       0.054154 33734 
     H      -1.990589      1.622191      -0.329707 33735 
     O       0.122672      1.816136      -0.572819 33736 
     H       0.094734      0.585230      -2.086496 33737 
     O       0.153859      1.872314       0.844847 33738 
     H       1.092574      1.738325       1.059533 33739 
     H       2.441575      1.055312      -0.945993 33740 
     H       2.135753     -0.413424      -1.895828 33741 
Rotational constants (GHz):    1.2346300    0.8808600    0.8047900 33742 
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Vibrational harmonic frequencies (cm-1): 33743 
    i1602.9261                   77.4471                  136.7675             33744 
      161.2931                  177.3290                  201.2592             33745 
      216.3153                  223.8948                  239.8440             33746 
      262.9858                  294.9721                  323.7111             33747 
      349.1683                  374.1908                  403.2251             33748 
      429.5648                  445.4065                  468.8907             33749 
      507.5776                  541.4990                  589.7356             33750 
      659.1129                  760.0538                  810.6859             33751 
      849.5594                  936.9943                  964.6595             33752 
      994.5639                 1048.7378                 1051.7462             33753 
     1058.3574                 1096.1659                 1136.4607             33754 
     1181.3301                 1195.1746                 1199.5662             33755 
     1240.6569                 1296.5492                 1349.2982             33756 
     1381.2964                 1400.8864                 1412.3730             33757 
     1446.4025                 1463.5930                 1482.1483             33758 
     1495.3929                 1503.1420                 1559.9426             33759 
     1959.6568                 3063.7164                 3078.1511             33760 
     3080.7605                 3133.8298                 3158.8510             33761 
     3178.5350                 3709.9454                 3764.0255             33762 
Zero-point correction (Hartree): 0.151561 33763 
 33764 
TS.diHPCARP_Ic.16aldHshift.c.mpmmuu 33765 
----------------------------------- 33766 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14620475  33767 
Electronic state : 2-A 33768 
Cartesian coordinates (Angs): 33769 
     O       2.170010     -1.309277       0.874072 33770 
     H       0.923197     -1.220485       1.073439 33771 
     C      -0.289089     -0.811581       0.958057 33772 
     O       2.311260     -0.826830      -0.407930 33773 
     C      -0.529807     -0.245940      -0.447041 33774 
     C       1.978036      0.550109      -0.438163 33775 
     C       0.513693      0.834200      -0.833204 33776 
     O      -1.092260     -0.897705       1.821438 33777 
     C      -0.497339     -1.412413      -1.430899 33778 
     O      -1.767205      0.445769      -0.464360 33779 
     H      -1.210287     -2.178127      -1.138617 33780 
     H       0.501039     -1.840292      -1.472236 33781 
     H      -0.776505     -1.034559      -2.413658 33782 
     O      -2.833863     -0.476293      -0.332529 33783 
     H      -2.896271     -0.570818       0.630334 33784 
     O       0.166232      2.110253      -0.337148 33785 
     H       0.422922      0.965157      -1.913205 33786 
     O       0.056246      2.006752       1.075588 33787 
     H      -0.906122      1.975885       1.180931 33788 
     H       2.171709      0.983122       0.541490 33789 
     H       2.633994      1.012516      -1.174021 33790 
Rotational constants (GHz):    1.2158700    0.8420700    0.7249000 33791 
Vibrational harmonic frequencies (cm-1): 33792 
    i2063.5494                   44.8572                  101.5307             33793 
      141.3353                  153.7801                  164.4672             33794 
      203.5829                  222.3401                  269.8434             33795 
      282.1583                  298.7535                  324.4656             33796 
      350.7533                  374.0286                  382.3595             33797 
      422.1632                  438.5863                  480.2367             33798 
      504.3367                  515.4376                  598.4878             33799 
      614.4008                  718.4399                  851.6370             33800 
      882.7825                  914.0865                  967.8436             33801 
      994.1844                 1025.0092                 1041.8568             33802 
     1070.1779                 1099.7231                 1117.2748             33803 
     1139.7673                 1168.4566                 1204.3635             33804 
     1236.2396                 1305.7411                 1348.0040             33805 
     1363.9972                 1402.6222                 1408.1319             33806 
     1414.3051                 1442.3070                 1483.2519             33807 
     1490.1721                 1502.4672                 1575.0351             33808 
     1918.1823                 3084.8512                 3094.2025             33809 
     3098.7224                 3158.7593                 3166.7360             33810 
     3183.4110                 3760.2482                 3775.0932             33811 
Zero-point correction (Hartree): 0.151033 33812 
 33813 
TS.diHPCARP_Ic.16aldHshift.e.tmtpuu 33814 



483 
 

----------------------------------- 33815 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14630172  33816 
Electronic state : 2-A 33817 
Cartesian coordinates (Angs): 33818 
     O       2.511672     -0.054599      -0.753339 33819 
     H       1.503136      0.684253      -1.055632 33820 
     C       0.356516      1.206903      -0.917278 33821 
     O       2.402541     -0.051613       0.615429 33822 
     C      -0.388124      0.592527       0.290450 33823 
     C       1.481194     -1.047959       1.014071 33824 
     C       0.057891     -0.863278       0.483121 33825 
     O      -0.065106      2.040394      -1.631811 33826 
     C      -0.173742      1.464181       1.519837 33827 
     O      -1.749045      0.641866      -0.139598 33828 
     H      -0.593210      2.449709       1.327596 33829 
     H       0.884456      1.560104       1.752001 33830 
     H      -0.696557      1.019785       2.365599 33831 
     O      -2.567397      0.056056       0.858279 33832 
     H      -2.664265     -0.846176       0.515268 33833 
     O      -0.050138     -1.580567      -0.740952 33834 
     H      -0.610902     -1.333176       1.206499 33835 
     O      -1.411414     -1.963391      -0.916285 33836 
     H      -1.703419     -1.339934      -1.595765 33837 
     H       1.835297     -2.033091       0.708015 33838 
     H       1.474133     -0.980889       2.101423 33839 
Rotational constants (GHz):    1.1738600    0.8479600    0.7285000 33840 
Vibrational harmonic frequencies (cm-1): 33841 
    i1951.4072                   44.0407                  105.6047             33842 
      151.8331                  167.8254                  174.7180             33843 
      198.5489                  208.3950                  226.7497             33844 
      264.3445                  269.6837                  300.2303             33845 
      342.9958                  366.7158                  407.7726             33846 
      421.3829                  457.7599                  484.0045             33847 
      498.3966                  513.3254                  586.4209             33848 
      649.4680                  734.9657                  797.7995             33849 
      889.5540                  932.8584                  966.8157             33850 
      985.9879                 1029.0934                 1047.2770             33851 
     1062.1200                 1087.2631                 1145.4701             33852 
     1163.6240                 1168.4252                 1185.3416             33853 
     1254.1591                 1306.4572                 1365.9511             33854 
     1376.1189                 1399.8625                 1412.0061             33855 
     1419.2093                 1439.5998                 1471.7785             33856 
     1494.2652                 1497.9368                 1566.8392             33857 
     1949.5530                 3079.2397                 3084.0642             33858 
     3094.7377                 3144.2024                 3158.7754             33859 
     3170.8482                 3744.7221                 3794.3356             33860 
Zero-point correction (Hartree): 0.150955 33861 
 33862 
 33863 
 33864 
1,6-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-33865 
HPCARP-Ia), forming B (di-HPCARP-Ib) 33866 
======================================================================================33867 
=============================== 33868 
 33869 
TS.diHPCARP_I.16OOHHshift.a.htppuu 33870 
---------------------------------- 33871 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14371098  33872 
Electronic state : 2-A 33873 
Cartesian coordinates (Angs): 33874 
     O      -2.432955      1.047232       0.217663 33875 
     H      -1.629722      1.908130       0.009524 33876 
     O      -0.578433      2.345941      -0.192418 33877 
     O      -1.801193      0.225381       1.099813 33878 
     O       0.045481      1.338383      -0.856258 33879 
     C      -0.806226     -0.575522       0.424432 33880 
     C       0.403631      0.283790       0.055018 33881 
     C      -0.439279     -1.640507       1.450280 33882 
     H      -1.350813     -2.089265       1.842290 33883 
     H       0.113351     -1.189420       2.273467 33884 
     H       0.165716     -2.418476       0.992694 33885 
     C      -1.467602     -1.250595      -0.772952 33886 
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     O      -0.829635     -1.794600      -1.627359 33887 
     H      -2.570194     -1.253112      -0.762929 33888 
     H       0.773664      0.751359       0.970124 33889 
     C       1.544591     -0.451781      -0.636572 33890 
     O       2.755446      0.249553      -0.466341 33891 
     H       1.648549     -1.474449      -0.278376 33892 
     H       1.374960     -0.468812      -1.711691 33893 
     O       3.103329      0.130022       0.911860 33894 
     H       3.967479     -0.293556       0.847982 33895 
Rotational constants (GHz):    1.2269000    0.7401500    0.6288100 33896 
Vibrational harmonic frequencies (cm-1): 33897 
    i2948.3878                   44.6813                   67.3204             33898 
       92.6769                  138.1581                  144.7021             33899 
      172.6875                  174.4118                  212.5837             33900 
      254.2552                  285.3297                  293.0400             33901 
      321.8742                  340.8845                  373.2317             33902 
      423.2048                  447.9576                  525.9370             33903 
      567.0498                  591.3511                  652.3408             33904 
      695.9526                  866.9319                  883.1681             33905 
      918.7516                  953.8647                  977.3271             33906 
     1000.1394                 1053.8434                 1082.3542             33907 
     1100.4364                 1127.1796                 1148.8912             33908 
     1158.6647                 1160.2417                 1207.1061             33909 
     1278.6304                 1294.2281                 1331.7423             33910 
     1373.2792                 1392.5093                 1405.0555             33911 
     1420.9035                 1427.4698                 1460.4338             33912 
     1490.8918                 1496.9667                 1502.1240             33913 
     1867.4618                 3006.6676                 3077.5256             33914 
     3092.6191                 3106.6617                 3152.9413             33915 
     3162.0021                 3177.4431                 3836.6863             33916 
Zero-point correction (Hartree): 0.149933 33917 
 33918 
TS.diHPCARP_I.16OOHHshift.a.tmmmuu 33919 
---------------------------------- 33920 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14336503  33921 
Electronic state : 2-A 33922 
Cartesian coordinates (Angs): 33923 
     O       2.583414      0.324420      -0.528689 33924 
     H       2.177761      1.388072      -0.212629 33925 
     O       1.394050      2.174030       0.158488 33926 
     O       1.571322     -0.211487      -1.265483 33927 
     O       0.553700      1.423700       0.918599 33928 
     C       0.483419     -0.631796      -0.406054 33929 
     C      -0.277256      0.603256       0.077178 33930 
     C      -0.370634     -1.521854      -1.297653 33931 
     H       0.266732     -2.272663      -1.763309 33932 
     H      -0.846822     -0.925370      -2.074681 33933 
     H      -1.142592     -2.008732      -0.709146 33934 
     C       1.085900     -1.491566       0.704141 33935 
     O       0.491321     -1.792219       1.698042 33936 
     H       2.097732     -1.872857       0.485614 33937 
     H      -0.543536      1.195066      -0.800894 33938 
     C      -1.527033      0.359936       0.922895 33939 
     O      -2.573701     -0.238852       0.193994 33940 
     H      -1.326157     -0.332095       1.737572 33941 
     H      -1.841278      1.325904       1.324316 33942 
     O      -2.941486      0.657220      -0.850396 33943 
     H      -3.837174      0.900328      -0.586322 33944 
Rotational constants (GHz):    1.2351000    0.7612000    0.6612100 33945 
Vibrational harmonic frequencies (cm-1): 33946 
    i2990.5218                   18.7813                   53.8681             33947 
       89.9893                  142.0113                  188.2130             33948 
      193.8475                  212.5898                  233.3050             33949 
      246.6214                  273.7255                  295.5919             33950 
      315.6741                  330.4758                  389.3006             33951 
      414.7979                  440.0135                  507.9847             33952 
      550.8110                  601.1669                  663.0414             33953 
      694.8292                  781.3538                  911.6598             33954 
      939.7473                  957.2243                  967.6722             33955 
     1031.7086                 1050.8008                 1069.0678             33956 
     1112.4997                 1124.5668                 1134.2631             33957 
     1153.7534                 1176.9805                 1211.0394             33958 
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     1276.6741                 1294.9770                 1342.2425             33959 
     1382.3910                 1390.3787                 1408.3682             33960 
     1421.4492                 1431.0665                 1482.6803             33961 
     1484.3994                 1495.5937                 1498.8698             33962 
     1869.1504                 3000.4282                 3070.8188             33963 
     3076.4527                 3096.0384                 3151.2919             33964 
     3163.4333                 3182.8511                 3827.7159             33965 
Zero-point correction (Hartree): 0.149963 33966 
 33967 
TS.diHPCARP_I.16OOHHshift.a.tppmdd 33968 
---------------------------------- 33969 
IRC pathway available 33970 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17327212  33971 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05050651  33972 
     T1 diagnostic:  0.024541  33973 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00600657  33974 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02399835  33975 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01625105  33976 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02984282  33977 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48013165  33978 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46577254  33979 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14783201  33980 
Electronic state : 2-A 33981 
Cartesian coordinates (Angs): 33982 
     O      -2.422596      0.410872      -0.857009 33983 
     H      -2.397229     -0.688440      -0.423892 33984 
     O      -1.981528     -1.645456       0.115699 33985 
     O      -1.124566      0.663445      -1.171904 33986 
     O      -1.220388     -1.163194       1.139681 33987 
     C      -0.327656      0.821599       0.025771 33988 
     C      -0.022422     -0.553274       0.633112 33989 
     C      -0.987721      1.761842       1.025351 33990 
     H      -1.858578      1.295821       1.475489 33991 
     H      -1.293033      2.678934       0.524347 33992 
     H      -0.260863      2.003060       1.798372 33993 
     C       0.959534      1.464487      -0.473406 33994 
     O       1.848472      1.765774       0.278395 33995 
     H       1.000657      1.678541      -1.552979 33996 
     H       0.583304     -0.393522       1.525756 33997 
     C       0.695485     -1.508674      -0.318156 33998 
     O       1.892664     -0.942936      -0.799242 33999 
     H       0.890671     -2.453128       0.190387 34000 
     H       0.100680     -1.689592      -1.210096 34001 
     O       2.813720     -0.890292       0.279563 34002 
     H       2.884858      0.066741       0.435124 34003 
Rotational constants (GHz):    1.3305100    0.8539800    0.6564900 34004 
Vibrational harmonic frequencies (cm-1): 34005 
    i3182.9360                   70.0933                  125.4924             34006 
      166.6899                  175.1531                  196.2146             34007 
      206.8238                  228.8561                  255.9104             34008 
      264.4258                  304.7313                  329.9826             34009 
      344.1828                  352.2807                  424.1822             34010 
      456.3935                  462.2194                  479.5083             34011 
      588.1768                  614.4331                  687.8228             34012 
      698.5546                  773.2584                  910.5861             34013 
      943.9700                  961.2631                  987.1766             34014 
     1007.2659                 1025.7849                 1033.2146             34015 
     1112.4058                 1119.8151                 1135.3733             34016 
     1140.3803                 1177.2910                 1224.0190             34017 
     1254.6939                 1289.2147                 1331.9714             34018 
     1374.7374                 1397.9741                 1406.9189             34019 
     1413.7887                 1464.2632                 1483.4769             34020 
     1486.9596                 1491.0192                 1502.3148             34021 
     1838.6387                 3020.8094                 3085.3386             34022 
     3094.3297                 3118.3314                 3162.9244             34023 
     3168.4832                 3185.5409                 3707.0834             34024 
Zero-point correction (Hartree): 0.150958 34025 
 34026 
TS.diHPCARP_I.16OOHHshift.a.ttptuu 34027 
---------------------------------- 34028 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14394006  34029 
Electronic state : 2-A 34030 
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Cartesian coordinates (Angs): 34031 
     O      -2.354949      1.195944       0.165772 34032 
     H      -1.491379      1.986044      -0.058061 34033 
     O      -0.406571      2.344327      -0.262886 34034 
     O      -1.796851      0.352670       1.077027 34035 
     O       0.151413      1.272303      -0.883511 34036 
     C      -0.853295     -0.536061       0.437075 34037 
     C       0.419115      0.228006       0.069488 34038 
     C      -0.579908     -1.601019       1.491436 34039 
     H      -1.527366     -1.966453       1.884751 34040 
     H       0.000770     -1.177460       2.310016 34041 
     H      -0.035574     -2.434893       1.056419 34042 
     C      -1.544686     -1.190458      -0.755713 34043 
     O      -0.937721     -1.818756      -1.573661 34044 
     H      -2.642788     -1.094040      -0.775382 34045 
     H       0.793186      0.701416       0.979892 34046 
     C       1.526701     -0.602741      -0.560428 34047 
     O       2.760930      0.071761      -0.494327 34048 
     H       1.614780     -1.580373      -0.088299 34049 
     H       1.337922     -0.739906      -1.623028 34050 
     O       3.164414      0.030654       0.875300 34051 
     H       3.497578      0.928080       0.992835 34052 
Rotational constants (GHz):    1.2273200    0.7399000    0.6248200 34053 
Vibrational harmonic frequencies (cm-1): 34054 
    i2969.3977                   41.5290                   63.5948             34055 
       93.4479                  141.9468                  171.7706             34056 
      177.3316                  202.5911                  212.7601             34057 
      252.7809                  283.9957                  292.9628             34058 
      320.5910                  340.9483                  368.8678             34059 
      421.5182                  443.7464                  517.1795             34060 
      570.4934                  589.9199                  651.7133             34061 
      695.2362                  859.1204                  885.8809             34062 
      918.6142                  954.9712                  977.0398             34063 
     1002.7577                 1053.5195                 1083.8338             34064 
     1104.9478                 1127.1228                 1144.4299             34065 
     1157.6102                 1161.2753                 1208.7217             34066 
     1276.9339                 1292.4741                 1327.8341             34067 
     1373.2264                 1400.9590                 1416.6342             34068 
     1423.4317                 1428.4673                 1462.5111             34069 
     1491.9420                 1495.0757                 1502.7489             34070 
     1868.2857                 3008.0985                 3076.5806             34071 
     3091.5043                 3106.3304                 3151.8579             34072 
     3165.5583                 3176.6163                 3841.8296             34073 
Zero-point correction (Hartree): 0.150071 34074 
 34075 
TS.diHPCARP_I.16OOHHshift.b.htppuu 34076 
---------------------------------- 34077 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14343885  34078 
Electronic state : 2-A 34079 
Cartesian coordinates (Angs): 34080 
     O       1.897438     -1.618367       0.696361 34081 
     H       1.034567     -2.222080       0.102707 34082 
     O       0.115933     -2.410662      -0.587984 34083 
     O       2.047365     -0.487497      -0.031227 34084 
     O      -0.114029     -1.175876      -1.095735 34085 
     C       0.992873      0.463354       0.242259 34086 
     C      -0.351439     -0.238240      -0.029067 34087 
     C       1.085305      1.016957       1.647190 34088 
     H       2.047173      1.503234       1.798963 34089 
     H       0.974139      0.206251       2.364511 34090 
     H       0.297715      1.752792       1.802184 34091 
     C       1.256608      1.542258      -0.803871 34092 
     O       0.762822      2.631456      -0.734656 34093 
     H       1.920963      1.246924      -1.633510 34094 
     H      -0.658965     -0.803413       0.850208 34095 
     C      -1.478729      0.684710      -0.452928 34096 
     O      -2.725773      0.037684      -0.359943 34097 
     H      -1.470819      1.601615       0.138875 34098 
     H      -1.379081      0.946160      -1.507294 34099 
     O      -2.983714     -0.152415       1.028478 34100 
     H      -3.793738      0.359708       1.139499 34101 
Rotational constants (GHz):    1.0973200    0.8151300    0.6050800 34102 
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Vibrational harmonic frequencies (cm-1): 34103 
    i2789.0607                   50.6590                   58.6317             34104 
       79.7628                  129.5020                  169.5294             34105 
      184.1788                  197.1812                  201.3861             34106 
      246.9371                  260.3138                  294.0530             34107 
      316.0040                  340.5210                  374.2047             34108 
      440.9882                  476.9755                  529.4998             34109 
      546.7733                  576.1866                  678.3756             34110 
      682.4732                  839.3579                  847.2535             34111 
      871.5144                  907.5529                  970.0426             34112 
      988.0661                 1008.1796                 1098.3620             34113 
     1103.6317                 1142.7477                 1157.1406             34114 
     1162.3009                 1173.3886                 1210.2759             34115 
     1257.7319                 1315.1183                 1343.6489             34116 
     1378.3202                 1396.0427                 1400.1959             34117 
     1416.0833                 1436.0114                 1459.5230             34118 
     1483.1417                 1498.7744                 1706.5770             34119 
     1866.9519                 2999.1286                 3078.8874             34120 
     3081.6864                 3120.6411                 3138.3675             34121 
     3159.8681                 3166.0987                 3831.1105             34122 
Zero-point correction (Hartree): 0.150012 34123 
 34124 
TS.diHPCARP_I.16OOHHshift.b.ttptuu 34125 
---------------------------------- 34126 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14373600  34127 
Electronic state : 2-A 34128 
Cartesian coordinates (Angs): 34129 
     O       1.762247     -1.775295       0.625320 34130 
     H       0.836534     -2.284437       0.048558 34131 
     O      -0.125016     -2.371452      -0.613199 34132 
     O       1.993542     -0.648675      -0.086227 34133 
     O      -0.246211     -1.110837      -1.096181 34134 
     C       1.042210      0.391694       0.240450 34135 
     C      -0.367201     -0.176829      -0.006465 34136 
     C       1.227481      0.898114       1.654214 34137 
     H       2.238012      1.279595       1.788646 34138 
     H       1.053648      0.086142       2.357555 34139 
     H       0.524142      1.706803       1.846701 34140 
     C       1.380626      1.469592      -0.785084 34141 
     O       0.970699      2.590424      -0.686652 34142 
     H       2.017128      1.144347      -1.625343 34143 
     H      -0.694060     -0.732455       0.871565 34144 
     C      -1.422882      0.847593      -0.372030 34145 
     O      -2.713905      0.289032      -0.352870 34146 
     H      -1.366853      1.710929       0.293746 34147 
     H      -1.290481      1.191323      -1.398017 34148 
     O      -3.031307      0.048585       1.016998 34149 
     H      -3.359854     -0.857487       0.972566 34150 
Rotational constants (GHz):    1.1046900    0.8153900    0.6018900 34151 
Vibrational harmonic frequencies (cm-1): 34152 
    i2748.6162                   47.4184                   57.1158             34153 
       74.2824                  132.5046                  168.2920             34154 
      197.0198                  204.4203                  212.5815             34155 
      244.7634                  259.7214                  296.6887             34156 
      316.4286                  342.5495                  372.4192             34157 
      434.7397                  474.0443                  526.9572             34158 
      548.0862                  578.2211                  677.4638             34159 
      680.6734                  841.6830                  854.2340             34160 
      871.9057                  905.5825                  970.1208             34161 
      990.2466                 1006.4142                 1101.4605             34162 
     1104.5777                 1141.1661                 1158.8837             34163 
     1165.3450                 1174.5035                 1209.1039             34164 
     1259.1756                 1309.9682                 1341.0990             34165 
     1378.0335                 1397.3678                 1411.7739             34166 
     1415.8798                 1435.4619                 1461.7539             34167 
     1483.0489                 1499.4725                 1707.8705             34168 
     1868.3997                 3000.1667                 3078.9480             34169 
     3083.0607                 3121.2668                 3142.6670             34170 
     3160.4562                 3165.6619                 3835.7003             34171 
Zero-point correction (Hartree): 0.150129 34172 
 34173 
 34174 
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 34175 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-di-34176 
HPCARP-Ia), forming C (di-HPCARP-Ic) 34177 
======================================================================================34178 
=============================== 34179 
 34180 
TS.diHPCARP_I.17OOHHshift.BB.ctddd 34181 
---------------------------------- 34182 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15011872  34183 
Electronic state : 2-A 34184 
Cartesian coordinates (Angs): 34185 
     O      -1.522586     -2.061228      -0.679756 34186 
     H      -0.358021     -2.044665      -0.897616 34187 
     O       0.792726     -1.748128      -0.891227 34188 
     O      -1.596849     -1.546972       0.572031 34189 
     O       0.965058     -1.275898       0.367149 34190 
     C      -1.739423     -0.138351       0.507738 34191 
     C       0.816301      0.134784       0.414707 34192 
     C      -0.550927      0.542829      -0.174660 34193 
     C       1.935596      0.812952      -0.383743 34194 
     C       0.981648      0.508068       1.880219 34195 
     O       2.889589      0.238218      -0.808867 34196 
     H       1.805078      1.903877      -0.503333 34197 
     H       1.972912      0.209136       2.216291 34198 
     H       0.239843     -0.010390       2.484354 34199 
     H       0.863463      1.582065       2.010814 34200 
     H      -0.556876      0.322192      -1.243125 34201 
     O      -0.649736      1.943978       0.015991 34202 
     O      -1.737103      2.408778      -0.772423 34203 
     H      -1.281727      2.901778      -1.466890 34204 
     H      -2.651558      0.115396      -0.031944 34205 
     H      -1.821066      0.188942       1.542698 34206 
Rotational constants (GHz):    1.0342200    0.9429200    0.6431800 34207 
Vibrational harmonic frequencies (cm-1): 34208 
    i2230.1425                   48.3805                   80.3521             34209 
       95.1178                  121.9290                  176.5022             34210 
      193.9199                  224.3756                  237.1278             34211 
      257.2089                  279.0974                  296.6393             34212 
      313.4081                  348.3400                  407.0290             34213 
      439.4680                  449.4775                  463.9848             34214 
      561.0522                  607.6104                  638.3815             34215 
      712.5548                  820.5664                  892.5294             34216 
      906.8423                  926.8071                  984.4632             34217 
     1000.8104                 1022.7854                 1043.2052             34218 
     1105.0428                 1132.0056                 1169.8038             34219 
     1177.5967                 1182.1138                 1231.0657             34220 
     1256.8788                 1293.1576                 1344.6411             34221 
     1376.5537                 1402.0999                 1406.1477             34222 
     1415.5709                 1421.7326                 1486.3990             34223 
     1487.7716                 1511.2473                 1690.6651             34224 
     1883.1490                 2975.7085                 3080.8125             34225 
     3095.2292                 3096.8584                 3155.8708             34226 
     3161.9487                 3167.3270                 3813.4678             34227 
Zero-point correction (Hartree): 0.150520 34228 
 34229 
TS.diHPCARP_I.17OOHHshift.BB.hmddd 34230 
---------------------------------- 34231 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15190153  34232 
Electronic state : 2-A 34233 
Cartesian coordinates (Angs): 34234 
     O       2.546121     -0.497106      -0.712740 34235 
     H       2.232090      0.609350      -0.504259 34236 
     O       1.622541      1.574388      -0.115210 34237 
     O       1.990049     -1.147215       0.336785 34238 
     O       0.900019      1.075296       0.920284 34239 
     C       0.700112     -1.633627       0.003336 34240 
     C      -0.390869      0.654957       0.462626 34241 
     C      -0.238710     -0.537605      -0.504156 34242 
     C      -0.995485      1.862516      -0.262719 34243 
     C      -1.187796      0.375598       1.722798 34244 
     O      -1.538175      1.813166      -1.323569 34245 
     H      -0.887297      2.805980       0.305057 34246 
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     H      -1.198746      1.269931       2.345047 34247 
     H      -0.733837     -0.435923       2.288809 34248 
     H      -2.206012      0.097608       1.464605 34249 
     H       0.141549     -0.146735      -1.448351 34250 
     O      -1.483069     -1.081772      -0.883451 34251 
     O      -1.979527     -1.908076       0.177148 34252 
     H      -2.258870     -2.681516      -0.326858 34253 
     H       0.786296     -2.396752      -0.772937 34254 
     H       0.337654     -2.082431       0.923593 34255 
Rotational constants (GHz):    1.1291900    0.9407800    0.6847500 34256 
Vibrational harmonic frequencies (cm-1): 34257 
    i2180.7045                   63.5745                   85.7246             34258 
      137.8972                  146.8713                  177.1944             34259 
      194.5044                  220.2131                  244.0688             34260 
      251.6561                  288.5004                  304.0060             34261 
      306.9132                  337.1837                  383.3833             34262 
      409.2568                  493.7654                  537.1014             34263 
      590.8676                  640.8912                  647.4357             34264 
      666.0779                  757.8426                  882.9277             34265 
      919.5604                  943.0681                  956.6180             34266 
      979.6816                 1018.0621                 1044.4809             34267 
     1122.2644                 1131.7118                 1162.8313             34268 
     1167.0183                 1181.1754                 1224.6194             34269 
     1260.6663                 1292.1870                 1332.0814             34270 
     1386.2455                 1395.6437                 1407.2721             34271 
     1415.1030                 1428.4418                 1485.5205             34272 
     1490.1019                 1504.1106                 1698.4952             34273 
     1882.8013                 2967.8467                 3078.3858             34274 
     3079.8298                 3120.8211                 3151.7238             34275 
     3173.0465                 3177.9016                 3839.5106             34276 
Zero-point correction (Hartree): 0.150784 34277 
 34278 
TS.diHPCARP_I.17OOHHshift.BB.hpddd 34279 
---------------------------------- 34280 
IRC pathway available 34281 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18492426  34282 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.06141295  34283 
     T1 diagnostic:  0.025549  34284 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01834784  34285 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.03307861  34286 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.02770547  34287 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03843054  34288 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48463575  34289 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.47134504  34290 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15973097  34291 
Electronic state : 2-A 34292 
Cartesian coordinates (Angs): 34293 
     O      -2.515917      0.491135      -0.930008 34294 
     H      -1.994117     -0.525371      -1.136285 34295 
     O      -1.244694     -1.480541      -1.052760 34296 
     O      -2.270318      0.694719       0.386471 34297 
     O      -0.912658     -1.453531       0.263053 34298 
     C      -1.072471      1.437242       0.548216 34299 
     C       0.300530     -0.725758       0.445713 34300 
     C       0.149328      0.733122      -0.044479 34301 
     C       1.378496     -1.462687      -0.341179 34302 
     C       0.614389     -0.835643       1.929135 34303 
     O       2.356209     -0.943618      -0.802576 34304 
     H       1.203366     -2.549114      -0.428004 34305 
     H       0.812210     -1.872556       2.198004 34306 
     H      -0.241258     -0.492166       2.508649 34307 
     H       1.484236     -0.226673       2.162358 34308 
     H       0.087709      0.745224      -1.130745 34309 
     O       1.267367      1.491757       0.363578 34310 
     O       2.070270      1.832449      -0.752701 34311 
     H       2.562468      1.004646      -0.888251 34312 
     H      -1.173339      2.409511       0.065880 34313 
     H      -0.964976      1.569879       1.623503 34314 
Rotational constants (GHz):    1.2428900    0.8488400    0.6821100 34315 
Vibrational harmonic frequencies (cm-1): 34316 
    i2130.4540                   62.1016                   89.3596             34317 
      116.8203                  158.3966                  201.8631             34318 
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      226.9752                  231.3857                  254.4777             34319 
      277.8480                  296.7656                  331.6461             34320 
      337.7665                  389.8987                  443.2117             34321 
      452.9337                  533.3062                  549.8750             34322 
      568.4972                  614.5383                  647.6614             34323 
      690.9091                  757.6452                  881.9928             34324 
      923.5366                  956.8721                  978.2257             34325 
      990.4969                 1034.3150                 1041.9494             34326 
     1118.0955                 1147.2212                 1168.6274             34327 
     1178.0228                 1184.5371                 1224.9174             34328 
     1254.8405                 1288.9389                 1336.8172             34329 
     1373.8419                 1395.0374                 1402.7472             34330 
     1413.1799                 1477.8308                 1482.4657             34331 
     1490.2938                 1507.8564                 1697.7300             34332 
     1858.6807                 2996.2005                 3077.6929             34333 
     3092.6091                 3131.5464                 3149.6386             34334 
     3157.8008                 3175.8285                 3704.2494             34335 
Zero-point correction (Hartree): 0.151563 34336 
 34337 
TS.diHPCARP_I.17OOHHshift.BB.hpudd 34338 
---------------------------------- 34339 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15265231  34340 
Electronic state : 2-A 34341 
Cartesian coordinates (Angs): 34342 
     O       2.548816     -0.162019      -0.926241 34343 
     H       2.047985      0.873846      -0.748882 34344 
     O       1.316356      1.734292      -0.320438 34345 
     O       2.286824     -0.795450       0.241052 34346 
     O       0.829278      1.176746       0.817479 34347 
     C       1.101539     -1.563981       0.133159 34348 
     C      -0.402255      0.489566       0.540648 34349 
     C      -0.129749     -0.769425      -0.309892 34350 
     C      -1.246420      1.523837      -0.217322 34351 
     C      -1.002737      0.189252       1.899797 34352 
     O      -1.797788      1.336358      -1.260962 34353 
     H      -1.285774      2.501317       0.295523 34354 
     H      -1.165403      1.119831       2.441778 34355 
     H      -0.314980     -0.426951       2.477293 34356 
     H      -1.944690     -0.338418       1.782510 34357 
     H      -0.030607     -0.468332      -1.356464 34358 
     O      -1.142400     -1.752108      -0.184391 34359 
     O      -2.424422     -1.198478      -0.417449 34360 
     H      -2.368166     -0.840062      -1.316916 34361 
     H       1.259589     -2.377642      -0.575307 34362 
     H       0.946463     -1.973807       1.129710 34363 
Rotational constants (GHz):    1.2836300    0.8634300    0.6942800 34364 
Vibrational harmonic frequencies (cm-1): 34365 
    i2202.5944                   70.3811                  109.7869             34366 
      131.4609                  158.5915                  190.4819             34367 
      213.7986                  233.7887                  239.9899             34368 
      252.1750                  305.0943                  307.4451             34369 
      335.1069                  346.0444                  379.5805             34370 
      443.2165                  496.1410                  517.7038             34371 
      587.6514                  612.3275                  651.0356             34372 
      679.9621                  735.7805                  861.2469             34373 
      917.6040                  945.2493                  978.6093             34374 
      989.0624                 1022.3815                 1057.4431             34375 
     1116.4690                 1153.6114                 1164.1907             34376 
     1176.7616                 1188.8201                 1224.7735             34377 
     1257.6314                 1293.5946                 1340.8636             34378 
     1399.7441                 1405.1744                 1412.5769             34379 
     1422.0669                 1463.0987                 1486.3971             34380 
     1493.7248                 1502.2273                 1700.0899             34381 
     1872.6456                 2985.3923                 3074.6387             34382 
     3080.9154                 3088.8393                 3150.5201             34383 
     3155.0726                 3185.3068                 3756.0960             34384 
Zero-point correction (Hartree): 0.151089 34385 
 34386 
TS.diHPCARP_I.17OOHHshift.BB.lmduu 34387 
---------------------------------- 34388 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15163394  34389 
Electronic state : 2-A 34390 
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Cartesian coordinates (Angs): 34391 
     O       2.528901     -0.318742       0.076744 34392 
     H       1.879262     -0.265386       1.060250 34393 
     O       0.980765     -0.358284       1.839261 34394 
     O       1.782088     -1.113176      -0.724438 34395 
     O       0.090507     -1.116584       1.161601 34396 
     C       0.900482     -0.326124      -1.510579 34397 
     C      -0.813651     -0.309063       0.394487 34398 
     C      -0.116199      0.490912      -0.718903 34399 
     C      -1.745895     -1.350082      -0.211516 34400 
     C      -1.630930      0.582308       1.321778 34401 
     O      -2.300340     -1.205727      -1.263240 34402 
     H      -1.902539     -2.242693       0.419264 34403 
     H      -0.960515      1.275309       1.823702 34404 
     H      -2.139927     -0.032253       2.063458 34405 
     H      -2.361696      1.146353       0.746275 34406 
     H      -0.897911      0.779683      -1.424776 34407 
     O       0.507928      1.669081      -0.242579 34408 
     O      -0.466144      2.712375      -0.254352 34409 
     H      -0.028472      3.362268      -0.817674 34410 
     H       1.484982      0.348841      -2.136036 34411 
     H       0.374345     -1.051386      -2.130042 34412 
Rotational constants (GHz):    1.0729500    0.9046200    0.7768200 34413 
Vibrational harmonic frequencies (cm-1): 34414 
    i2250.4696                   60.7411                   92.2914             34415 
      114.2819                  126.3558                  179.0509             34416 
      187.2263                  217.3944                  243.2003             34417 
      282.8662                  297.0443                  306.7557             34418 
      324.6312                  366.2976                  403.7272             34419 
      417.3373                  460.6368                  477.7325             34420 
      535.6321                  664.0658                  679.5596             34421 
      691.2964                  791.6446                  858.7216             34422 
      881.4491                  925.1196                  961.3828             34423 
      974.8161                 1004.7112                 1054.0281             34424 
     1074.9167                 1137.0189                 1164.5231             34425 
     1177.9207                 1188.2636                 1211.9462             34426 
     1261.0919                 1301.2667                 1352.4540             34427 
     1376.5526                 1394.8527                 1397.6553             34428 
     1404.9099                 1411.6367                 1472.6239             34429 
     1487.0445                 1502.2565                 1702.8110             34430 
     1866.8700                 2989.7251                 3078.5621             34431 
     3086.7520                 3093.7808                 3150.6992             34432 
     3160.3830                 3178.9496                 3828.9478             34433 
Zero-point correction (Hartree): 0.150437 34434 
 34435 
TS.diHPCARP_I.17OOHHshift.BB.lmuuu 34436 
---------------------------------- 34437 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15122218  34438 
Electronic state : 2-A 34439 
Cartesian coordinates (Angs): 34440 
     O       2.535497     -0.311608       0.083799 34441 
     H       1.891863     -0.200432       1.057846 34442 
     O       0.986516     -0.239025       1.844940 34443 
     O       1.780412     -1.138154      -0.675044 34444 
     O       0.101232     -1.046826       1.218895 34445 
     C       0.902523     -0.383604      -1.498462 34446 
     C      -0.809463     -0.296224       0.403868 34447 
     C      -0.117172      0.462608      -0.741750 34448 
     C      -1.715199     -1.383259      -0.162540 34449 
     C      -1.655952      0.613382       1.286414 34450 
     O      -2.293159     -1.278727      -1.205750 34451 
     H      -1.827452     -2.268248       0.488334 34452 
     H      -0.996796      1.304045       1.807526 34453 
     H      -2.189135      0.014998       2.024595 34454 
     H      -2.367537      1.168125       0.679322 34455 
     H      -0.899823      0.714614      -1.460900 34456 
     O       0.504357      1.665097      -0.333652 34457 
     O      -0.459061      2.708872      -0.487742 34458 
     H      -0.356724      3.176549       0.349950 34459 
     H       1.488313      0.270415      -2.143772 34460 
     H       0.382508     -1.134506      -2.091661 34461 
Rotational constants (GHz):    1.0709100    0.9039900    0.7764300 34462 
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Vibrational harmonic frequencies (cm-1): 34463 
    i2246.7143                   57.3135                   87.2366             34464 
      109.5580                  133.1146                  145.9022             34465 
      185.6756                  213.8512                  242.7363             34466 
      279.2578                  298.5331                  307.0741             34467 
      322.6084                  362.7400                  402.6171             34468 
      418.5958                  460.2953                  478.5274             34469 
      535.0135                  663.6074                  678.4685             34470 
      689.7781                  805.9252                  858.3828             34471 
      881.9759                  924.6092                  962.1369             34472 
      971.2665                 1003.4823                 1057.1728             34473 
     1078.3169                 1137.7164                 1162.8966             34474 
     1177.9162                 1186.6331                 1212.9787             34475 
     1257.9953                 1301.5105                 1348.5075             34476 
     1379.5026                 1391.7526                 1394.1321             34477 
     1409.8460                 1411.9251                 1473.0634             34478 
     1484.4731                 1505.1187                 1703.1373             34479 
     1868.3946                 2987.7054                 3076.5433             34480 
     3088.6544                 3095.5749                 3155.1822             34481 
     3155.5518                 3175.4053                 3832.9178             34482 
Zero-point correction (Hartree): 0.150338 34483 
 34484 
TS.diHPCARP_I.17OOHHshift.BB.lpudd 34485 
---------------------------------- 34486 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15350514  34487 
Electronic state : 2-A 34488 
Cartesian coordinates (Angs): 34489 
     O      -2.740691      0.020408      -0.691913 34490 
     H      -1.985215     -0.846433      -1.032879 34491 
     O      -1.044379     -1.545417      -1.120091 34492 
     O      -2.340547      0.275575       0.575955 34493 
     O      -0.561754     -1.542675       0.149447 34494 
     C      -1.340139      1.277409       0.574853 34495 
     C       0.452858     -0.539552       0.338640 34496 
     C      -0.073410      0.822915      -0.156532 34497 
     C       1.649531     -0.988500      -0.520046 34498 
     C       0.783836     -0.566765       1.810560 34499 
     O       2.731978     -1.201479      -0.066483 34500 
     H       1.409020     -1.143561      -1.585749 34501 
     H       1.240428     -1.519120       2.067296 34502 
     H      -0.119434     -0.433616       2.402692 34503 
     H       1.495192      0.225474       2.033285 34504 
     H      -0.269276      0.770864      -1.227894 34505 
     O       0.857665      1.852608       0.098140 34506 
     O       1.906272      1.732022      -0.854361 34507 
     H       1.781324      2.529941      -1.383978 34508 
     H      -1.724800      2.176001       0.093021 34509 
     H      -1.131637      1.479057       1.623796 34510 
Rotational constants (GHz):    1.3083900    0.8172000    0.6564600 34511 
Vibrational harmonic frequencies (cm-1): 34512 
    i2174.6575                   53.3181                   85.3079             34513 
      109.1977                  136.7562                  188.0498             34514 
      209.8863                  223.1300                  229.2776             34515 
      240.5410                  278.2819                  285.7920             34516 
      332.2358                  367.6197                  391.8171             34517 
      433.8055                  471.4240                  513.7273             34518 
      582.6239                  593.8730                  647.6260             34519 
      664.4644                  771.5756                  903.2778             34520 
      906.8388                  932.8890                  983.6045             34521 
     1010.8942                 1028.8323                 1048.0558             34522 
     1108.9495                 1148.3026                 1159.1387             34523 
     1164.3984                 1184.7536                 1208.6285             34524 
     1263.3966                 1308.4985                 1341.9336             34525 
     1378.8005                 1395.8881                 1400.4169             34526 
     1406.7860                 1435.4347                 1482.3421             34527 
     1486.4054                 1506.3067                 1697.3015             34528 
     1876.8088                 2995.0256                 3088.8184             34529 
     3093.2766                 3104.6193                 3159.0646             34530 
     3171.3442                 3175.8061                 3816.7472             34531 
Zero-point correction (Hartree): 0.150778 34532 
 34533 
TS.diHPCARP_I.17OOHHshift.BB.lpuuu 34534 
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---------------------------------- 34535 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15037937  34536 
Electronic state : 2-A 34537 
Cartesian coordinates (Angs): 34538 
     O       2.276334     -0.753383       0.430375 34539 
     H       1.680225     -0.098144       1.231716 34540 
     O       0.807734      0.405172       1.849183 34541 
     O       1.339360     -1.662363       0.072318 34542 
     O      -0.263816     -0.313319       1.462739 34543 
     C       0.650144     -1.257537      -1.101932 34544 
     C      -0.925927      0.230211       0.308724 34545 
     C      -0.174525      0.034353      -1.023311 34546 
     C      -2.206806     -0.610603       0.297772 34547 
     C      -1.326835      1.681250       0.537971 34548 
     O      -2.776930     -0.947030      -0.698283 34549 
     H      -2.589206     -0.849932       1.304852 34550 
     H      -0.432588      2.279291       0.684777 34551 
     H      -1.964066      1.751855       1.418982 34552 
     H      -1.865832      2.048347      -0.333326 34553 
     H      -0.966488     -0.095071      -1.767186 34554 
     O       0.473565      1.173089      -1.541260 34555 
     O       1.459352      1.687963      -0.664595 34556 
     H       2.173348      1.034101      -0.718950 34557 
     H       1.362971     -1.162672      -1.923534 34558 
     H      -0.019470     -2.094857      -1.296491 34559 
Rotational constants (GHz):    1.2332200    0.8490400    0.8105700 34560 
Vibrational harmonic frequencies (cm-1): 34561 
    i2211.9329                   66.7976                  111.7962             34562 
      145.9610                  175.0826                  193.5871             34563 
      232.6938                  245.4769                  259.6009             34564 
      274.2083                  301.5359                  318.0019             34565 
      335.9263                  354.8721                  407.4015             34566 
      453.8051                  464.3453                  513.9794             34567 
      597.8041                  659.7782                  666.7077             34568 
      682.5085                  793.0363                  878.5562             34569 
      883.0208                  939.9106                  970.5933             34570 
      975.2347                  990.9047                 1049.1161             34571 
     1071.5442                 1138.0974                 1172.2803             34572 
     1189.3116                 1189.6233                 1214.3255             34573 
     1242.2581                 1298.2830                 1354.6217             34574 
     1387.6288                 1395.9152                 1406.0585             34575 
     1415.1611                 1460.9159                 1478.5022             34576 
     1482.0791                 1505.5999                 1710.2461             34577 
     1871.6889                 2997.5716                 3074.6372             34578 
     3079.2059                 3080.7660                 3141.9773             34579 
     3158.0486                 3190.6025                 3745.9526             34580 
Zero-point correction (Hartree): 0.151259 34581 
 34582 
TS.diHPCARP_I.17OOHHshift.BB.ltddd 34583 
---------------------------------- 34584 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15408195  34585 
Electronic state : 2-A 34586 
Cartesian coordinates (Angs): 34587 
     O      -2.655064      0.052533      -0.653262 34588 
     H      -1.984421     -0.852178      -0.976603 34589 
     O      -1.084112     -1.644219      -1.061134 34590 
     O      -2.253857      0.272038       0.622290 34591 
     O      -0.569504     -1.641928       0.194856 34592 
     C      -1.175005      1.188961       0.641423 34593 
     C       0.518383     -0.720249       0.312810 34594 
     C       0.054595      0.686903      -0.123610 34595 
     C       1.620690     -1.178354      -0.649779 34596 
     C       0.978180     -0.793117       1.752121 34597 
     O       2.777457     -0.937360      -0.475488 34598 
     H       1.253983     -1.747245      -1.521854 34599 
     H       1.295003     -1.808035       1.983550 34600 
     H       0.169902     -0.516848       2.425624 34601 
     H       1.822570     -0.122274       1.889606 34602 
     H      -0.150059      0.682725      -1.194874 34603 
     O       1.134932      1.554791       0.143759 34604 
     O       0.939453      2.729710      -0.633846 34605 
     H       1.721490      2.709813      -1.200107 34606 
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     H      -1.489093      2.138062       0.205716 34607 
     H      -0.934866      1.326592       1.693750 34608 
Rotational constants (GHz):    1.1309900    0.8890400    0.6398100 34609 
Vibrational harmonic frequencies (cm-1): 34610 
    i2206.3248                   32.5111                   68.9823             34611 
      103.7015                  118.6945                  179.8499             34612 
      195.8058                  226.7277                  238.3784             34613 
      250.2278                  270.1442                  284.5489             34614 
      324.0305                  330.0993                  422.8499             34615 
      428.5523                  447.8564                  508.1995             34616 
      547.0112                  603.6000                  650.9676             34617 
      681.1266                  775.4664                  886.4091             34618 
      911.9848                  940.1458                  991.5180             34619 
     1010.0367                 1023.1361                 1045.1297             34620 
     1107.9101                 1138.3839                 1160.8156             34621 
     1175.3220                 1183.2491                 1201.7620             34622 
     1258.9032                 1304.2241                 1343.8886             34623 
     1372.6272                 1395.2960                 1400.9869             34624 
     1416.8383                 1422.2021                 1481.1055             34625 
     1485.6907                 1506.8313                 1694.1461             34626 
     1872.1103                 2993.5153                 3087.0987             34627 
     3090.9122                 3099.7799                 3158.3209             34628 
     3165.8271                 3179.6571                 3818.2563             34629 
Zero-point correction (Hartree): 0.150389 34630 
 34631 
TS.diHPCARP_I.17OOHHshift.BB.ltduu 34632 
---------------------------------- 34633 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15422223  34634 
Electronic state : 2-A 34635 
Cartesian coordinates (Angs): 34636 
     O      -2.076882      1.052655      -0.452401 34637 
     H      -1.359737      1.486082       0.380884 34638 
     O      -0.387383      1.797658       1.005177 34639 
     O      -1.207284      0.811096      -1.464525 34640 
     O       0.619737      1.481661       0.163156 34641 
     C      -0.723906     -0.524468      -1.393731 34642 
     C       1.047845      0.117512       0.318380 34643 
     C      -0.037479     -0.886672      -0.083321 34644 
     C       2.232535      0.038850      -0.638040 34645 
     C       1.572359     -0.114971       1.731657 34646 
     O       2.540714     -0.953153      -1.231553 34647 
     H       2.816128      0.973834      -0.705798 34648 
     H       0.783754      0.104772       2.445360 34649 
     H       2.424011      0.537973       1.920586 34650 
     H       1.879546     -1.153497       1.841073 34651 
     H       0.451768     -1.852278      -0.249787 34652 
     O      -0.905209     -0.986345       1.034533 34653 
     O      -1.998241     -1.817552       0.699246 34654 
     H      -2.679445     -1.153337       0.513658 34655 
     H      -1.545378     -1.214945      -1.578689 34656 
     H      -0.002399     -0.598262      -2.206029 34657 
Rotational constants (GHz):    1.2252600    0.8283700    0.7862800 34658 
Vibrational harmonic frequencies (cm-1): 34659 
    i2285.2441                   56.5119                   71.7198             34660 
      106.4974                  172.5893                  198.6797             34661 
      227.7322                  233.1259                  255.9821             34662 
      267.3644                  309.5627                  325.3243             34663 
      354.8101                  402.4566                  421.5467             34664 
      441.0748                  458.3398                  487.6072             34665 
      546.9637                  663.4218                  674.5770             34666 
      722.0795                  827.8942                  842.4444             34667 
      878.7582                  921.7336                  965.8516             34668 
      980.9621                 1014.0148                 1039.5181             34669 
     1065.5636                 1141.3320                 1165.3818             34670 
     1180.7997                 1185.1604                 1214.1937             34671 
     1264.1187                 1292.7845                 1373.6012             34672 
     1377.0435                 1394.3223                 1398.0785             34673 
     1412.9786                 1427.7158                 1484.7525             34674 
     1489.2838                 1498.8030                 1706.9621             34675 
     1871.5771                 2991.7362                 3059.1805             34676 
     3076.7969                 3104.2579                 3154.7333             34677 
     3157.4176                 3183.0823                 3757.9979             34678 



495 
 

Zero-point correction (Hartree): 0.151040 34679 
 34680 
TS.diHPCARP_I.17OOHHshift.BB.tmudd 34681 
---------------------------------- 34682 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15676008  34683 
Electronic state : 2-A 34684 
Cartesian coordinates (Angs): 34685 
     O      -2.770971      0.257801      -0.486202 34686 
     H      -2.236880     -0.772439      -0.688827 34687 
     O      -1.423710     -1.658369      -0.730380 34688 
     O      -2.131474      0.749346       0.602660 34689 
     O      -0.770953     -1.476679       0.442125 34690 
     C      -1.005304      1.518310       0.201589 34691 
     C       0.383030     -0.630510       0.321782 34692 
     C       0.012027      0.627469      -0.511716 34693 
     C       1.473500     -1.382984      -0.431897 34694 
     C       0.789510     -0.411996       1.771482 34695 
     O       2.612653     -1.008146      -0.440054 34696 
     H       1.145325     -2.289331      -0.968908 34697 
     H       0.855539     -1.383160       2.260580 34698 
     H       0.038759      0.178162       2.290860 34699 
     H       1.751351      0.082541       1.834527 34700 
     H      -0.443582      0.273247      -1.436163 34701 
     O       1.105905      1.358310      -0.991008 34702 
     O       1.912227      1.800883       0.092525 34703 
     H       2.629114      1.147044       0.049332 34704 
     H      -1.322047      2.306532      -0.480918 34705 
     H      -0.603570      1.950498       1.114750 34706 
Rotational constants (GHz):    1.3633700    0.8489900    0.6660400 34707 
Vibrational harmonic frequencies (cm-1): 34708 
    i2255.7967                   76.5218                  111.7876             34709 
      133.9105                  155.5333                  183.4459             34710 
      213.2791                  238.0611                  267.4765             34711 
      269.4627                  303.6179                  322.4643             34712 
      341.0519                  403.3742                  432.1417             34713 
      478.7160                  506.9198                  536.7616             34714 
      589.4952                  636.9200                  640.6820             34715 
      653.9119                  780.3369                  917.6915             34716 
      920.5786                  950.1566                  981.5031             34717 
      989.7768                  998.1240                 1031.1757             34718 
     1103.1959                 1156.3676                 1164.7760             34719 
     1171.8691                 1175.8355                 1214.6204             34720 
     1244.0395                 1285.9814                 1343.3780             34721 
     1369.2296                 1395.9485                 1414.4357             34722 
     1425.3545                 1453.7712                 1483.2978             34723 
     1486.6800                 1512.4653                 1687.0177             34724 
     1851.6102                 3001.6688                 3092.4319             34725 
     3098.1385                 3120.1469                 3161.3768             34726 
     3172.0088                 3215.4643                 3731.8277             34727 
Zero-point correction (Hartree): 0.151721 34728 
 34729 
TS.diHPCARP_I.17OOHHshift.BB.tpduu 34730 
---------------------------------- 34731 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15054839  34732 
Electronic state : 2-A 34733 
Cartesian coordinates (Angs): 34734 
     O       2.166852     -1.175473       0.482242 34735 
     H       1.702476     -0.385953       1.192065 34736 
     O       0.901555      0.361681       1.724216 34737 
     O       1.085969     -1.712862      -0.118362 34738 
     O      -0.252047     -0.298472       1.472810 34739 
     C       0.697133     -0.969802      -1.270022 34740 
     C      -0.952057      0.226289       0.338486 34741 
     C      -0.165075      0.273785      -0.989353 34742 
     C      -2.101155     -0.772146       0.201890 34743 
     C      -1.533211      1.593468       0.681454 34744 
     O      -2.697390     -0.947278      -0.820737 34745 
     H      -2.362118     -1.299883       1.135101 34746 
     H      -0.725063      2.284078       0.912380 34747 
     H      -2.189811      1.510885       1.546405 34748 
     H      -2.093611      1.981622      -0.166693 34749 
     H      -0.953805      0.289603      -1.745718 34750 
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     O       0.484571      1.498325      -1.243813 34751 
     O       1.770206      1.549785      -0.655607 34752 
     H       1.575530      1.662407       0.287842 34753 
     H       1.585956     -0.671415      -1.821911 34754 
     H       0.108905     -1.686557      -1.840189 34755 
Rotational constants (GHz):    1.2210900    0.8668000    0.7986200 34756 
Vibrational harmonic frequencies (cm-1): 34757 
    i2146.4099                   63.3480                   93.5132             34758 
      121.0751                  173.4103                  190.5030             34759 
      227.2009                  234.3138                  253.8392             34760 
      272.2026                  297.1603                  314.4980             34761 
      330.3710                  402.1852                  412.3551             34762 
      454.9398                  473.2228                  515.3685             34763 
      582.5337                  649.6565                  670.4081             34764 
      680.1322                  785.4556                  884.2230             34765 
      902.6669                  938.9474                  957.9038             34766 
      979.6903                  993.0141                 1050.5115             34767 
     1081.2187                 1137.6341                 1160.2083             34768 
     1187.7349                 1197.9864                 1209.9577             34769 
     1251.7013                 1312.0240                 1348.0937             34770 
     1378.4192                 1400.2031                 1408.5530             34771 
     1414.2385                 1462.6400                 1466.6680             34772 
     1482.9021                 1496.1743                 1704.2725             34773 
     1869.6432                 3001.1571                 3077.5622             34774 
     3084.7762                 3105.2204                 3159.3375             34775 
     3168.5755                 3169.4072                 3738.9375             34776 
Zero-point correction (Hartree): 0.151225 34777 
 34778 
TS.diHPCARP_I.17OOHHshift.BC.tmuuu 34779 
---------------------------------- 34780 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15109821  34781 
Electronic state : 2-A 34782 
Cartesian coordinates (Angs): 34783 
     O       2.899279      0.057529      -0.354164 34784 
     H       2.186106     -0.727903      -0.737077 34785 
     O       1.249620     -1.520553      -0.927845 34786 
     O       2.231958      1.238474      -0.310521 34787 
     O       0.712997     -1.597945       0.319239 34788 
     C       1.197703      1.210578       0.659640 34789 
     C      -0.440371     -0.775434       0.398934 34790 
     C      -0.115282      0.699587       0.036088 34791 
     C      -1.473658     -1.345171      -0.567306 34792 
     C      -0.955889     -0.941038       1.821349 34793 
     O      -2.384807     -0.711648      -1.021932 34794 
     H      -1.338284     -2.416152      -0.798141 34795 
     H      -0.211477     -0.581592       2.530448 34796 
     H      -1.145942     -1.993631       2.026552 34797 
     H      -1.873024     -0.372595       1.945121 34798 
     H      -0.025112      0.797804      -1.045198 34799 
     O      -1.185579      1.509292       0.477086 34800 
     O      -1.896915      2.032577      -0.631558 34801 
     H      -2.453732      1.273315      -0.873364 34802 
     H       1.532019      0.618871       1.512081 34803 
     H       1.042000      2.248942       0.944903 34804 
Rotational constants (GHz):    1.2279300    0.8243500    0.6391200 34805 
Vibrational harmonic frequencies (cm-1): 34806 
    i2440.4756                   35.0433                   81.8063             34807 
      108.0216                  132.0103                  185.5660             34808 
      203.0294                  218.1312                  245.7085             34809 
      268.6978                  283.7628                  301.6728             34810 
      336.2494                  344.6718                  428.4048             34811 
      475.9480                  530.5630                  544.1394             34812 
      548.0570                  576.5674                  662.9738             34813 
      683.2938                  789.2323                  924.4884             34814 
      943.7604                  968.7066                  990.9022             34815 
     1032.7454                 1052.8293                 1076.6323             34816 
     1135.9717                 1151.0283                 1161.4757             34817 
     1182.3705                 1195.4631                 1222.6907             34818 
     1243.0802                 1303.4948                 1332.2515             34819 
     1355.7536                 1395.2209                 1399.0626             34820 
     1410.8483                 1413.5734                 1467.4678             34821 
     1474.3965                 1491.4305                 1499.3214             34822 
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     1856.9297                 2995.5508                 3079.3422             34823 
     3089.5222                 3116.3454                 3150.9801             34824 
     3160.6922                 3183.1354                 3709.1658             34825 
Zero-point correction (Hartree): 0.150701 34826 
 34827 
TS.diHPCARP_I.17OOHHshift.CR.hmddd 34828 
---------------------------------- 34829 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15292205  34830 
Electronic state : 2-A 34831 
Cartesian coordinates (Angs): 34832 
     O       2.224304     -1.497229      -0.175775 34833 
     H       1.236237     -1.717152      -0.773302 34834 
     O       0.131401     -1.695711      -1.207866 34835 
     O       2.028176     -0.223228       0.234169 34836 
     O      -0.169319     -0.378761      -1.355240 34837 
     C       1.071754     -0.155475       1.294122 34838 
     C      -0.962373      0.101779      -0.257182 34839 
     C      -0.117159      0.699650       0.876912 34840 
     C      -1.804291     -1.064155       0.259444 34841 
     C      -1.919238      1.131683      -0.847361 34842 
     O      -2.015035     -1.264827       1.420276 34843 
     H      -2.259579     -1.674355      -0.537828 34844 
     H      -2.612260      0.642796      -1.530556 34845 
     H      -1.352936      1.885002      -1.386707 34846 
     H      -2.478181      1.611624      -0.045797 34847 
     H      -0.771414      0.770788       1.749358 34848 
     O       0.265345      2.040252       0.647647 34849 
     O       0.857307      2.181948      -0.636564 34850 
     H       1.714229      1.738728      -0.548569 34851 
     H       0.768698     -1.164677       1.566277 34852 
     H       1.565610      0.326789       2.138343 34853 
Rotational constants (GHz):    1.0985600    0.9812700    0.7584400 34854 
Vibrational harmonic frequencies (cm-1): 34855 
    i2427.2254                   67.4018                  103.3988             34856 
      126.8806                  176.6310                  191.7900             34857 
      212.3842                  232.2030                  263.8565             34858 
      287.2965                  303.0157                  313.3952             34859 
      330.0530                  360.7834                  379.4784             34860 
      434.7532                  489.4041                  515.6189             34861 
      581.9814                  628.2136                  657.7294             34862 
      695.0957                  852.4621                  875.4248             34863 
      916.5001                  927.6450                  947.0044             34864 
      983.0161                  994.2979                 1008.7900             34865 
     1099.6537                 1130.1400                 1149.1772             34866 
     1166.3605                 1183.1373                 1226.8316             34867 
     1242.1510                 1289.1543                 1352.8163             34868 
     1369.4605                 1380.4359                 1401.6737             34869 
     1414.2939                 1449.8389                 1478.6622             34870 
     1484.6310                 1507.2502                 1659.9918             34871 
     1866.1450                 3005.3442                 3080.0014             34872 
     3085.9807                 3095.2933                 3156.3101             34873 
     3157.6009                 3185.7950                 3767.5256             34874 
Zero-point correction (Hartree): 0.150911 34875 
 34876 
 34877 
 34878 
1,7-hydroperoxide-H-shift in (2R,3R)-2-Me-2,4-diOOH-butanal-3-peroxyl (B, R,R-di-34879 
HPCARP-Ib), forming C (di-HPCARP-Ic) 34880 
======================================================================================34881 
=============================== 34882 
 34883 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpuu 34884 
----------------------------------- 34885 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14309573  34886 
Electronic state : 2-A 34887 
Cartesian coordinates (Angs): 34888 
     O       3.106418     -0.036409       0.412337 34889 
     H       2.597124      0.972663       0.197536 34890 
     O       1.722692      1.740667      -0.126952 34891 
     O       2.536284     -0.885728      -0.484596 34892 
     O       0.591267      1.145786       0.338805 34893 
     C       1.185741     -1.164403      -0.084056 34894 



498 
 

     C       0.280809     -0.010368      -0.473444 34895 
     H       1.165332     -1.350038       0.986621 34896 
     H       0.919830     -2.069409      -0.626795 34897 
     H       0.488219      0.281408      -1.506695 34898 
     C      -1.231337     -0.256436      -0.368295 34899 
     C      -1.672833     -1.290417      -1.403307 34900 
     H      -1.205201     -2.253807      -1.213833 34901 
     H      -1.409026     -0.946283      -2.402364 34902 
     H      -2.753791     -1.408236      -1.352296 34903 
     C      -1.733559     -0.742679       0.986142 34904 
     O      -1.933527      0.925581      -0.723759 34905 
     O      -1.093566     -1.441285       1.717973 34906 
     H      -2.777537     -0.460215       1.198525 34907 
     O      -2.032490      1.775774       0.411756 34908 
     H      -1.174500      2.224648       0.412542 34909 
Rotational constants (GHz):    1.3879500    0.7107900    0.6058300 34910 
Vibrational harmonic frequencies (cm-1): 34911 
    i3000.1014                   32.9659                   75.7498             34912 
      107.9530                  159.7479                  179.0794             34913 
      205.4197                  219.6275                  250.1899             34914 
      276.3632                  317.4399                  318.0055             34915 
      330.4097                  369.0404                  417.1533             34916 
      425.3534                  456.3784                  513.8440             34917 
      559.6061                  567.0118                  638.7264             34918 
      687.5114                  878.7538                  920.3085             34919 
      926.6469                  961.6220                  973.4390             34920 
     1016.7764                 1037.4227                 1052.7058             34921 
     1099.9753                 1106.7222                 1133.7520             34922 
     1147.0344                 1185.9906                 1204.9170             34923 
     1282.9652                 1301.0237                 1325.6304             34924 
     1377.4471                 1402.7083                 1417.5743             34925 
     1421.5860                 1438.9318                 1463.7319             34926 
     1489.4335                 1493.6842                 1503.7898             34927 
     1869.7799                 3011.7485                 3074.0200             34928 
     3079.3161                 3114.6761                 3156.3569             34929 
     3169.3986                 3181.3442                 3777.9689             34930 
Zero-point correction (Hartree): 0.150602 34931 
 34932 
TS.diHPCARP_Ib.16OOHHshift.a.cpmmuu 34933 
----------------------------------- 34934 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14243405  34935 
Electronic state : 2-A 34936 
Cartesian coordinates (Angs): 34937 
     O      -3.148277      0.256393       0.174343 34938 
     H      -2.723614     -0.785609      -0.152842 34939 
     O      -1.907292     -1.593579      -0.439698 34940 
     O      -2.342299      1.146695      -0.464440 34941 
     O      -0.847986     -1.245050       0.335836 34942 
     C      -1.057044      1.177366       0.167146 34943 
     C      -0.239175     -0.048967      -0.185330 34944 
     H      -1.204955      1.271611       1.244505 34945 
     H      -0.575858      2.069055      -0.227669 34946 
     H      -0.176258     -0.165600      -1.268013 34947 
     C       1.167607     -0.005839       0.427429 34948 
     C       1.208105     -0.374265       1.904269 34949 
     H       0.827750     -1.381973       2.047774 34950 
     H       0.601003      0.320092       2.482140 34951 
     H       2.235557     -0.317964       2.261799 34952 
     C       2.130846     -0.916218      -0.331919 34953 
     O       1.698827      1.311093       0.383524 34954 
     O       1.805338     -1.731170      -1.139989 34955 
     H       3.190927     -0.754311      -0.050261 34956 
     O       1.732747      1.696079      -0.993707 34957 
     H       2.634958      2.028543      -1.073962 34958 
Rotational constants (GHz):    1.3803100    0.7092000    0.5958400 34959 
Vibrational harmonic frequencies (cm-1): 34960 
    i3028.8022                   62.1333                   78.6470             34961 
       93.8711                  123.4223                  146.1921             34962 
      187.6990                  208.0886                  229.9862             34963 
      245.6762                  259.8908                  281.3482             34964 
      324.2600                  350.1242                  386.2636             34965 
      409.5355                  443.5841                  518.1813             34966 
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      563.1957                  570.8446                  635.9157             34967 
      690.5758                  874.8402                  898.8536             34968 
      927.1388                  960.8558                  997.3873             34969 
     1016.8750                 1043.7327                 1060.5899             34970 
     1100.3695                 1110.7482                 1143.5505             34971 
     1148.3728                 1196.4242                 1219.8959             34972 
     1266.6620                 1307.7604                 1347.6430             34973 
     1371.8257                 1391.1097                 1409.2086             34974 
     1414.2221                 1430.9493                 1460.7825             34975 
     1490.5371                 1491.6049                 1501.1428             34976 
     1887.5630                 2938.1652                 3080.1709             34977 
     3084.9034                 3111.2108                 3154.6491             34978 
     3166.4247                 3179.0287                 3837.4298             34979 
Zero-point correction (Hartree): 0.149976 34980 
 34981 
TS.diHPCARP_Ib.16OOHHshift.a.ctmmuu 34982 
----------------------------------- 34983 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14386032  34984 
Electronic state : 2-A 34985 
Cartesian coordinates (Angs): 34986 
     O      -3.056253     -0.556090      -0.270625 34987 
     H      -2.817786      0.566026      -0.071390 34988 
     O      -2.162674      1.531736       0.174551 34989 
     O      -2.185640     -1.218878       0.537077 34990 
     O      -0.977380      1.267058      -0.436096 34991 
     C      -0.858577     -1.116814      -0.000044 34992 
     C      -0.271750      0.248353       0.297755 34993 
     H      -0.901010     -1.312537      -1.070044 34994 
     H      -0.290106     -1.893052       0.508624 34995 
     H      -0.393218      0.463112       1.362109 34996 
     C       1.209751      0.415297      -0.043001 34997 
     C       1.645575      1.872913       0.085776 34998 
     H       1.322639      2.268341       1.046901 34999 
     H       1.191171      2.459008      -0.708861 35000 
     H       2.729492      1.944820       0.008786 35001 
     C       2.083181     -0.406106       0.897434 35002 
     O       1.536108      0.069371      -1.379417 35003 
     O       1.735851     -0.793949       1.973621 35004 
     H       3.107249     -0.569131       0.512478 35005 
     O       1.477217     -1.358357      -1.475609 35006 
     H       2.264654     -1.535576      -2.004140 35007 
Rotational constants (GHz):    1.3515900    0.6831600    0.6313500 35008 
Vibrational harmonic frequencies (cm-1): 35009 
    i3041.6227                   53.2155                   95.4685             35010 
      103.4524                  152.0852                  178.3613             35011 
      185.0237                  199.1022                  220.0823             35012 
      241.6773                  273.9601                  296.4784             35013 
      318.4562                  348.7043                  358.0588             35014 
      417.8707                  447.5367                  536.9873             35015 
      568.5291                  572.6358                  639.7264             35016 
      689.4782                  882.6037                  907.4745             35017 
      937.6534                  974.3648                  982.6108             35018 
      991.2190                 1045.2555                 1051.0841             35019 
     1102.9661                 1117.9644                 1140.0408             35020 
     1148.5644                 1170.5820                 1239.8958             35021 
     1259.4500                 1307.3699                 1335.9787             35022 
     1370.7867                 1394.2145                 1410.8394             35023 
     1411.2165                 1431.4191                 1456.2480             35024 
     1486.6650                 1490.1073                 1499.8908             35025 
     1876.0492                 2968.2680                 3079.5675             35026 
     3091.2996                 3105.5513                 3158.8379             35027 
     3171.2041                 3173.8312                 3837.7509             35028 
Zero-point correction (Hartree): 0.150144 35029 
 35030 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpdd 35031 
----------------------------------- 35032 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14364546  35033 
Electronic state : 2-A 35034 
Cartesian coordinates (Angs): 35035 
     O       2.812243     -0.415652      -0.234301 35036 
     H       2.350875      0.202929       0.675186 35037 
     O       1.512408      0.644159       1.348195 35038 
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     O       1.773128     -0.468870      -1.113744 35039 
     O       0.706305     -0.417880       1.626179 35040 
     C       0.781807     -1.385782      -0.619509 35041 
     C      -0.077319     -0.799348       0.484075 35042 
     H       1.304609     -2.274652      -0.268492 35043 
     H       0.163473     -1.627560      -1.482526 35044 
     H      -0.676266     -1.617740       0.889136 35045 
     C      -1.076045      0.273260       0.008650 35046 
     C      -1.452773      1.268592       1.098227 35047 
     H      -0.591934      1.877652       1.356287 35048 
     H      -1.791450      0.732436       1.983595 35049 
     H      -2.249941      1.917701       0.737206 35050 
     C      -2.380616     -0.420772      -0.410825 35051 
     O      -0.715987      0.904543      -1.212252 35052 
     O      -2.720138     -1.505982      -0.039580 35053 
     H      -3.008536      0.201739      -1.070555 35054 
     O       0.216220      1.946187      -1.004572 35055 
     H       1.055413      1.479771      -1.142947 35056 
Rotational constants (GHz):    1.3765700    0.7688800    0.7322800 35057 
Vibrational harmonic frequencies (cm-1): 35058 
    i3029.3048                   63.5202                  103.0629             35059 
      126.8105                  170.2308                  179.9521             35060 
      211.9953                  236.0279                  252.8758             35061 
      277.2214                  307.4234                  329.5664             35062 
      343.7942                  357.5033                  425.9668             35063 
      455.3771                  470.2597                  514.7789             35064 
      551.4012                  657.3667                  684.8303             35065 
      695.0722                  852.9874                  888.6204             35066 
      926.5171                  955.1260                  977.1997             35067 
      988.1322                 1051.1105                 1066.8510             35068 
     1083.3316                 1090.4628                 1137.6980             35069 
     1145.1489                 1179.7523                 1216.7743             35070 
     1251.4604                 1313.0026                 1367.3059             35071 
     1392.5321                 1395.8071                 1401.4581             35072 
     1413.2504                 1445.1090                 1465.9853             35073 
     1477.5079                 1480.4808                 1505.5336             35074 
     1868.1666                 3005.0210                 3077.6542             35075 
     3093.9865                 3102.7570                 3153.0661             35076 
     3157.8735                 3185.4653                 3749.5659             35077 
Zero-point correction (Hartree): 0.150992 35078 
 35079 
TS.diHPCARP_Ib.16OOHHshift.a.ctmpuu 35080 
----------------------------------- 35081 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14359436  35082 
Electronic state : 2-A 35083 
Cartesian coordinates (Angs): 35084 
     O       3.058717     -0.519437       0.266348 35085 
     H       2.801799      0.597614       0.043573 35086 
     O       2.133857      1.547864      -0.212479 35087 
     O       2.193428     -1.213340      -0.520970 35088 
     O       0.953012      1.276921       0.404706 35089 
     C       0.868808     -1.116495       0.023625 35090 
     C       0.262130      0.232482      -0.306474 35091 
     H       0.937553     -1.280945       1.097319 35092 
     H       0.306221     -1.916076      -0.453589 35093 
     H       0.391566      0.417064      -1.375468 35094 
     C      -1.224191      0.400742       0.012160 35095 
     C      -1.683990      1.832269      -0.257806 35096 
     H      -1.387520      2.128833      -1.262037 35097 
     H      -1.223838      2.503547       0.462896 35098 
     H      -2.766823      1.896467      -0.164748 35099 
     C      -2.076477     -0.516630      -0.858009 35100 
     O      -1.566236      0.181402       1.369727 35101 
     O      -1.713865     -0.965142      -1.906316 35102 
     H      -3.088795     -0.693408      -0.452552 35103 
     O      -1.531844     -1.230419       1.596910 35104 
     H      -1.064396     -1.270089       2.440230 35105 
Rotational constants (GHz):    1.3471800    0.6814200    0.6331800 35106 
Vibrational harmonic frequencies (cm-1): 35107 
    i3052.1195                   45.7502                   95.3496             35108 
      103.7595                  151.6889                  166.0215             35109 
      193.3428                  212.1005                  218.7448             35110 
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      239.3897                  277.5279                  295.5369             35111 
      312.6261                  340.5743                  359.8345             35112 
      421.8155                  446.1773                  533.7221             35113 
      563.4247                  572.8752                  640.6905             35114 
      688.9580                  885.4148                  908.5136             35115 
      939.0638                  974.3516                  981.8565             35116 
      990.1568                 1049.5595                 1051.2423             35117 
     1102.6170                 1119.2641                 1138.7383             35118 
     1145.1109                 1171.6470                 1239.5524             35119 
     1259.0153                 1309.5131                 1336.8686             35120 
     1367.9415                 1390.7952                 1408.6885             35121 
     1410.9754                 1428.8566                 1453.7117             35122 
     1486.6385                 1491.6489                 1502.3981             35123 
     1871.3650                 2989.5998                 3080.9664             35124 
     3091.8262                 3107.2528                 3161.5664             35125 
     3173.2081                 3173.5338                 3833.0847             35126 
Zero-point correction (Hartree): 0.150146 35127 
 35128 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmdd 35129 
----------------------------------- 35130 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14743268  35131 
Electronic state : 2-A 35132 
Cartesian coordinates (Angs): 35133 
     O      -2.814905     -0.421063      -0.005528 35134 
     H      -2.360045      0.621902       0.353214 35135 
     O      -1.577399      1.472546       0.479954 35136 
     O      -1.733621     -1.246127      -0.009231 35137 
     O      -0.931972      1.509048      -0.719714 35138 
     C      -0.855366     -0.894899      -1.091132 35139 
     C      -0.059915      0.375611      -0.853858 35140 
     H      -1.470749     -0.780847      -1.983415 35141 
     H      -0.181269     -1.741946      -1.204246 35142 
     H       0.458876      0.577307      -1.793166 35143 
     C       1.037161      0.351653       0.222828 35144 
     C       1.557449      1.758479       0.501183 35145 
     H       0.796928      2.322096       1.037021 35146 
     H       1.785780      2.266532      -0.433988 35147 
     H       2.454893      1.703514       1.115053 35148 
     C       2.213215     -0.489740      -0.269533 35149 
     O       0.664311     -0.143337       1.495806 35150 
     O       2.420563     -0.746764      -1.420858 35151 
     H       2.888129     -0.812409       0.542179 35152 
     O       0.557632     -1.559774       1.419759 35153 
     H      -0.404678     -1.679007       1.388907 35154 
Rotational constants (GHz):    1.3509000    0.8101600    0.7306200 35155 
Vibrational harmonic frequencies (cm-1): 35156 
    i3049.9122                   62.1921                   95.2254             35157 
      138.0733                  166.9059                  200.3758             35158 
      224.5497                  236.6681                  256.8059             35159 
      282.9650                  308.3904                  318.6104             35160 
      340.4279                  357.7344                  430.4516             35161 
      459.5097                  531.6477                  545.7922             35162 
      579.7969                  631.2811                  683.0346             35163 
      694.0297                  858.6288                  913.6907             35164 
      939.0351                  955.1182                  971.5083             35165 
      991.4279                 1053.2901                 1055.1819             35166 
     1063.8125                 1076.8124                 1141.4619             35167 
     1147.2539                 1180.5737                 1236.2182             35168 
     1257.7820                 1315.5911                 1369.9027             35169 
     1376.4392                 1398.2036                 1404.8197             35170 
     1414.6931                 1437.7718                 1466.8930             35171 
     1474.7411                 1483.2233                 1504.3225             35172 
     1864.6633                 2993.5801                 3078.6087             35173 
     3092.5794                 3104.0671                 3159.5637             35174 
     3160.0483                 3167.8810                 3733.5534             35175 
Zero-point correction (Hartree): 0.151242 35176 
 35177 
TS.diHPCARP_Ib.16OOHHshift.a.ctpmuu 35178 
----------------------------------- 35179 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14324797  35180 
Electronic state : 2-A 35181 
Cartesian coordinates (Angs): 35182 
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     O       3.032802      0.060449      -0.482675 35183 
     H       2.705658     -0.556654       0.436988 35184 
     O       1.957550     -0.994642       1.267944 35185 
     O       2.308044      1.206459      -0.374376 35186 
     O       0.776030     -1.090661       0.603465 35187 
     C       0.942405      0.946319      -0.715640 35188 
     C       0.211058      0.222768       0.397986 35189 
     H       0.916057      0.375117      -1.644544 35190 
     H       0.504815      1.931760      -0.863659 35191 
     H       0.300332      0.776646       1.334389 35192 
     C      -1.266517     -0.011307       0.072473 35193 
     C      -1.991116     -0.771417       1.180529 35194 
     H      -1.955475     -0.185904       2.098252 35195 
     H      -1.522089     -1.735100       1.349943 35196 
     H      -3.029383     -0.932430       0.893434 35197 
     C      -2.004390      1.316118      -0.077130 35198 
     O      -1.424555     -0.618161      -1.204780 35199 
     O      -1.647224      2.334074       0.440383 35200 
     H      -2.933849      1.241661      -0.668009 35201 
     O      -1.257649     -2.022765      -1.123413 35202 
     H      -0.294703     -2.128001      -1.098497 35203 
Rotational constants (GHz):    1.2826700    0.7363800    0.6056200 35204 
Vibrational harmonic frequencies (cm-1): 35205 
    i2962.5365                   48.6379                   89.8143             35206 
       99.2023                  147.3685                  159.1543             35207 
      204.1588                  211.6409                  249.9366             35208 
      267.0634                  282.5849                  334.0491             35209 
      347.0713                  357.3856                  383.1397             35210 
      411.2723                  449.6443                  472.2633             35211 
      543.2458                  580.6039                  676.8359             35212 
      691.5297                  872.5790                  899.6024             35213 
      929.5507                  972.2493                  981.0215             35214 
      996.6452                 1057.2357                 1059.8419             35215 
     1101.7934                 1110.3811                 1138.1279             35216 
     1152.3360                 1166.6395                 1222.9215             35217 
     1269.7743                 1298.0435                 1333.6756             35218 
     1365.3847                 1396.2770                 1407.5789             35219 
     1429.4999                 1448.9111                 1466.3680             35220 
     1485.7481                 1488.7859                 1499.9712             35221 
     1868.1400                 2996.6196                 3081.0404             35222 
     3089.0809                 3106.0449                 3155.4350             35223 
     3163.2886                 3188.7597                 3765.6088             35224 
Zero-point correction (Hartree): 0.150294 35225 
 35226 
TS.diHPCARP_Ib.16OOHHshift.a.ctppuu 35227 
----------------------------------- 35228 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14178835  35229 
Electronic state : 2-A 35230 
Cartesian coordinates (Angs): 35231 
     O       3.049656     -0.009424      -0.405251 35232 
     H       2.694280     -0.237434       0.684350 35233 
     O       1.945632     -0.359632       1.600257 35234 
     O       2.243967      1.011694      -0.803061 35235 
     O       0.805619     -0.808015       1.009575 35236 
     C       0.919424      0.513759      -1.027772 35237 
     C       0.197420      0.275152       0.281543 35238 
     H       0.980386     -0.399728      -1.618973 35239 
     H       0.418722      1.299030      -1.594105 35240 
     H       0.263055      1.164430       0.912818 35241 
     C      -1.281389     -0.046958       0.073914 35242 
     C      -1.908452     -0.729639       1.283932 35243 
     H      -1.721503     -0.136675       2.177840 35244 
     H      -1.467701     -1.712890       1.424966 35245 
     H      -2.984514     -0.825993       1.137298 35246 
     C      -2.064398      1.244097      -0.173456 35247 
     O      -1.526069     -0.767227      -1.131114 35248 
     O      -1.769915      2.300445       0.302077 35249 
     H      -2.964249      1.109417      -0.799494 35250 
     O      -0.850064     -2.013001      -1.064742 35251 
     H      -1.584719     -2.637341      -1.015601 35252 
Rotational constants (GHz):    1.2884900    0.7033100    0.6394900 35253 
Vibrational harmonic frequencies (cm-1): 35254 
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    i3043.3309                   57.5214                   82.5709             35255 
       96.4753                  124.3172                  156.0616             35256 
      191.2729                  203.2921                  225.1181             35257 
      255.5750                  266.7414                  290.0300             35258 
      309.0611                  350.4133                  405.1654             35259 
      416.9847                  450.2502                  466.0043             35260 
      536.8963                  572.7118                  678.0073             35261 
      691.4412                  877.0640                  898.6142             35262 
      926.9633                  962.9826                  992.9027             35263 
      993.5942                 1056.9055                 1060.2485             35264 
     1105.3650                 1117.3506                 1140.1668             35265 
     1148.9515                 1168.2593                 1223.0398             35266 
     1268.0714                 1307.4044                 1332.3990             35267 
     1383.0519                 1395.5776                 1404.8777             35268 
     1411.0501                 1430.8194                 1458.9499             35269 
     1486.4179                 1491.4959                 1502.0574             35270 
     1875.1634                 2985.3958                 3073.3487             35271 
     3088.3829                 3093.7860                 3151.0171             35272 
     3153.8955                 3173.9199                 3821.0396             35273 
Zero-point correction (Hartree): 0.149873 35274 
 35275 
TS.diHPCARP_Ib.16OOHHshift.a.hpmmuu 35276 
----------------------------------- 35277 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14737747  35278 
Electronic state : 2-A 35279 
Cartesian coordinates (Angs): 35280 
     O      -3.232679      0.200873       0.138283 35281 
     H      -2.819201     -0.748663      -0.374897 35282 
     O      -1.993104     -1.504699      -0.810373 35283 
     O      -2.411229      1.193071      -0.300312 35284 
     O      -0.944019     -1.327574       0.036288 35285 
     C      -1.140309      1.091019       0.352551 35286 
     C      -0.325402     -0.051570      -0.216720 35287 
     H      -1.311212      0.977427       1.423820 35288 
     H      -0.639425      2.033739       0.144721 35289 
     H      -0.252848      0.064119      -1.300080 35290 
     C       1.077211     -0.144621       0.420664 35291 
     C       1.061431     -0.702914       1.839287 35292 
     H       0.671305     -1.717913       1.844648 35293 
     H       0.440171     -0.084185       2.482884 35294 
     H       2.077963     -0.701427       2.228908 35295 
     C       1.945065     -1.048344      -0.444740 35296 
     O       1.654223      1.136659       0.537690 35297 
     O       2.992460     -0.695853      -0.911283 35298 
     H       1.546519     -2.063732      -0.615855 35299 
     O       1.690092      1.744146      -0.746834 35300 
     H       2.532801      1.406221      -1.088070 35301 
Rotational constants (GHz):    1.5780200    0.6392400    0.5624300 35302 
Vibrational harmonic frequencies (cm-1): 35303 
    i2997.9434                   60.3339                   80.1451             35304 
      122.0055                  143.9177                  195.9291             35305 
      214.6746                  235.0300                  256.7331             35306 
      274.3934                  290.0769                  314.5378             35307 
      343.0326                  371.1557                  417.8898             35308 
      453.8242                  459.9626                  500.2329             35309 
      527.0700                  574.1020                  687.9522             35310 
      761.3713                  861.6070                  893.6985             35311 
      923.8960                  972.0525                  991.3213             35312 
      998.4141                 1050.7197                 1058.6512             35313 
     1094.6101                 1115.2479                 1142.4715             35314 
     1150.0087                 1178.0399                 1240.1140             35315 
     1284.7786                 1310.6226                 1332.2197             35316 
     1370.1942                 1406.4316                 1417.1656             35317 
     1427.1351                 1435.1834                 1460.7194             35318 
     1484.3554                 1492.1900                 1504.7867             35319 
     1859.4895                 2993.5407                 3083.1346             35320 
     3087.6262                 3096.3909                 3162.3377             35321 
     3170.0845                 3174.1575                 3754.5300             35322 
Zero-point correction (Hartree): 0.150957 35323 
 35324 
TS.diHPCARP_Ib.16OOHHshift.a.hptpuu 35325 
----------------------------------- 35326 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14453878  35327 
Electronic state : 2-A 35328 
Cartesian coordinates (Angs): 35329 
     O       3.327026     -0.339802       0.119527 35330 
     H       2.931944      0.739032      -0.024486 35331 
     O       2.130098      1.616064      -0.191400 35332 
     O       2.521570     -1.093290      -0.677502 35333 
     O       1.034032      1.164141       0.474270 35334 
     C       1.224514     -1.201216      -0.079826 35335 
     C       0.437034      0.079982      -0.261104 35336 
     H       1.353632     -1.448326       0.974408 35337 
     H       0.730952     -2.015640      -0.605861 35338 
     H       0.428286      0.360278      -1.317546 35339 
     C      -1.010077     -0.025834       0.253956 35340 
     C      -1.102900     -0.298412       1.751580 35341 
     H      -0.543246      0.452044       2.307557 35342 
     H      -0.699082     -1.283636       1.974709 35343 
     H      -2.143075     -0.278857       2.067931 35344 
     C      -1.719106      1.288403      -0.063917 35345 
     O      -1.544433     -1.073684      -0.530394 35346 
     O      -2.609315      1.367390      -0.864276 35347 
     H      -1.370942      2.168708       0.501493 35348 
     O      -2.899652     -1.281268      -0.173173 35349 
     H      -3.339868     -0.627537      -0.738743 35350 
Rotational constants (GHz):    1.7080600    0.5967700    0.5190200 35351 
Vibrational harmonic frequencies (cm-1): 35352 
    i3009.3341                   42.8634                   69.0542             35353 
      110.2300                  154.6520                  171.5891             35354 
      213.3133                  222.8528                  252.3069             35355 
      268.5464                  293.0236                  327.1038             35356 
      348.6521                  373.4451                  396.8778             35357 
      434.4913                  463.1005                  497.9531             35358 
      534.3620                  567.6079                  687.2536             35359 
      771.1903                  836.8770                  897.4003             35360 
      927.2944                  976.5672                  983.8649             35361 
     1004.7884                 1041.7925                 1051.5486             35362 
     1100.6356                 1119.2527                 1142.9454             35363 
     1148.7792                 1172.1814                 1243.9630             35364 
     1278.3199                 1305.6386                 1322.6172             35365 
     1366.9394                 1403.6932                 1414.7656             35366 
     1431.6167                 1443.9846                 1465.2092             35367 
     1483.4484                 1489.0301                 1506.4748             35368 
     1857.6455                 3003.7690                 3080.1012             35369 
     3083.4803                 3093.8936                 3162.0561             35370 
     3166.2039                 3168.9282                 3754.2678             35371 
Zero-point correction (Hartree): 0.150656 35372 
 35373 
TS.diHPCARP_Ib.16OOHHshift.a.httpuu 35374 
----------------------------------- 35375 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14397857  35376 
Electronic state : 2-A 35377 
Cartesian coordinates (Angs): 35378 
     O       3.163497     -0.590150       0.544675 35379 
     H       2.978380      0.477097       0.116080 35380 
     O       2.381705      1.390834      -0.367000 35381 
     O       2.330182     -1.384904      -0.179836 35382 
     O       1.142636      1.284483       0.183187 35383 
     C       0.975545     -1.136795       0.214725 35384 
     C       0.468544      0.155622      -0.395498 35385 
     H       0.922623     -1.105203       1.301765 35386 
     H       0.406775     -1.987392      -0.161168 35387 
     H       0.689652      0.171848      -1.467788 35388 
     C      -1.039408      0.350189      -0.195237 35389 
     C      -1.472338      1.781365      -0.498267 35390 
     H      -1.138088      2.072333      -1.494041 35391 
     H      -1.025223      2.453089       0.228725 35392 
     H      -2.554945      1.862222      -0.443661 35393 
     C      -1.744003     -0.594445      -1.164181 35394 
     O      -1.297724     -0.035212       1.139265 35395 
     O      -2.381542     -1.547324      -0.815710 35396 
     H      -1.640268     -0.331224      -2.233857 35397 
     O      -2.683052      0.108901       1.401758 35398 
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     H      -3.014564     -0.761410       1.133981 35399 
Rotational constants (GHz):    1.5933700    0.6181900    0.5469800 35400 
Vibrational harmonic frequencies (cm-1): 35401 
    i3023.6752                   58.6285                   76.4407             35402 
      106.6328                  159.8953                  185.8095             35403 
      210.7662                  222.1386                  243.8209             35404 
      270.1109                  304.9916                  337.7685             35405 
      357.3791                  374.6817                  386.1302             35406 
      426.8197                  465.1996                  489.2484             35407 
      544.2589                  576.4304                  687.7203             35408 
      780.4329                  845.2874                  902.9137             35409 
      929.1370                  955.7337                  985.0454             35410 
     1008.1585                 1045.6741                 1057.5693             35411 
     1099.7128                 1115.8735                 1139.1297             35412 
     1146.2336                 1189.5304                 1221.0343             35413 
     1257.1725                 1301.7797                 1332.0455             35414 
     1384.4268                 1401.8491                 1413.8870             35415 
     1423.9620                 1437.7367                 1464.7486             35416 
     1483.3297                 1487.8811                 1504.3484             35417 
     1862.0807                 2964.3559                 3058.8305             35418 
     3083.9765                 3096.0406                 3158.3933             35419 
     3160.9081                 3184.1800                 3768.3420             35420 
Zero-point correction (Hartree): 0.150670 35421 
 35422 
TS.diHPCARP_Ib.16OOHHshift.a.lmppdd 35423 
----------------------------------- 35424 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14571010  35425 
Electronic state : 2-A 35426 
Cartesian coordinates (Angs): 35427 
     O      -3.104845      0.072259       0.043028 35428 
     H      -2.437080      1.014961      -0.011551 35429 
     O      -1.428430      1.651246      -0.145399 35430 
     O      -2.270439     -0.878856       0.543278 35431 
     O      -0.790753      1.018473      -1.169222 35432 
     C      -1.329848     -1.266991      -0.464808 35433 
     C      -0.247453     -0.240253      -0.732827 35434 
     H      -1.884670     -1.475399      -1.380320 35435 
     H      -0.870137     -2.181930      -0.091267 35436 
     H       0.298109     -0.577659      -1.614503 35437 
     C       0.809644     -0.080864       0.381609 35438 
     C       0.289805     -0.083693       1.817377 35439 
     H      -0.225786     -1.018424       2.025030 35440 
     H      -0.402159      0.737948       1.977982 35441 
     H       1.137748      0.006571       2.495062 35442 
     C       1.604085      1.209867       0.202179 35443 
     O       1.665687     -1.211058       0.335360 35444 
     O       2.794511      1.223421       0.046736 35445 
     H       1.021873      2.142060       0.278031 35446 
     O       2.327662     -1.278173      -0.919314 35447 
     H       3.057565     -0.655028      -0.775383 35448 
Rotational constants (GHz):    1.6219100    0.6904400    0.6175500 35449 
Vibrational harmonic frequencies (cm-1): 35450 
    i3074.7644                   52.9379                   91.0018             35451 
      120.8301                  177.3818                  200.3594             35452 
      247.2955                  247.4279                  261.1817             35453 
      293.9558                  306.5570                  319.8375             35454 
      344.8425                  367.7805                  386.3990             35455 
      471.7595                  501.1437                  523.9561             35456 
      551.2090                  617.4250                  692.0910             35457 
      810.0041                  840.3617                  872.3671             35458 
      928.7944                  945.5071                  963.0464             35459 
      996.3334                 1049.8153                 1055.4951             35460 
     1065.8383                 1077.7433                 1147.5713             35461 
     1149.5276                 1165.4066                 1240.8569             35462 
     1263.3476                 1312.6594                 1364.5897             35463 
     1391.8254                 1402.7323                 1405.3609             35464 
     1420.1576                 1438.4606                 1463.0082             35465 
     1473.5625                 1488.0055                 1506.6080             35466 
     1852.1792                 3019.1796                 3082.8598             35467 
     3083.9999                 3118.9105                 3145.2377             35468 
     3161.4398                 3183.4800                 3740.0501             35469 
Zero-point correction (Hartree): 0.151274 35470 
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 35471 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmdd 35472 
----------------------------------- 35473 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14292643  35474 
Electronic state : 2-A 35475 
Cartesian coordinates (Angs): 35476 
     O      -3.123046     -0.124331       0.273016 35477 
     H      -2.493888      0.816502       0.502571 35478 
     O      -1.524228      1.526717       0.505036 35479 
     O      -2.208632     -1.131483       0.301093 35480 
     O      -1.003709      1.352038      -0.741142 35481 
     C      -1.390474     -1.065887      -0.870953 35482 
     C      -0.377537      0.063420      -0.858187 35483 
     H      -2.047496     -0.967956      -1.736125 35484 
     H      -0.863024     -2.018760      -0.907357 35485 
     H       0.060274      0.106939      -1.857769 35486 
     C       0.812647     -0.108282       0.113269 35487 
     C       0.486061     -0.660827       1.496138 35488 
     H       0.026661     -1.642498       1.404771 35489 
     H      -0.200852     -0.002299       2.020520 35490 
     H       1.405800     -0.761158       2.067867 35491 
     C       1.518801      1.237341       0.272306 35492 
     O       1.629318     -1.000390      -0.633446 35493 
     O       2.605582      1.454646      -0.187093 35494 
     H       0.980762      1.991384       0.870342 35495 
     O       2.807412     -1.297454       0.093575 35496 
     H       3.373196     -0.554683      -0.168576 35497 
Rotational constants (GHz):    1.6737500    0.6822800    0.5820200 35498 
Vibrational harmonic frequencies (cm-1): 35499 
    i3051.3862                   53.7156                   78.2832             35500 
      117.1621                  173.8607                  189.2607             35501 
      211.3698                  247.8840                  256.4576             35502 
      282.6385                  308.2148                  340.2596             35503 
      345.6288                  364.1608                  380.4232             35504 
      463.5497                  482.2553                  506.4013             35505 
      567.1303                  614.1030                  691.1986             35506 
      829.2076                  838.7442                  853.3330             35507 
      930.7502                  943.1997                  960.0547             35508 
     1006.7395                 1048.6632                 1059.2187             35509 
     1064.2795                 1079.1191                 1148.2788             35510 
     1150.5575                 1169.3156                 1231.5238             35511 
     1269.5783                 1314.3302                 1366.0113             35512 
     1384.0631                 1402.0382                 1406.1471             35513 
     1416.9809                 1440.5869                 1464.6157             35514 
     1476.6687                 1487.3749                 1503.5667             35515 
     1856.1141                 3007.1318                 3081.2492             35516 
     3092.7165                 3097.7775                 3147.5282             35517 
     3168.5587                 3183.7184                 3752.9108             35518 
Zero-point correction (Hartree): 0.151058 35519 
 35520 
TS.diHPCARP_Ib.16OOHHshift.a.mmpmuu 35521 
----------------------------------- 35522 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14267110  35523 
Electronic state : 2-A 35524 
Cartesian coordinates (Angs): 35525 
     O      -3.105063     -0.214679      -0.117409 35526 
     H      -2.619031      0.760223      -0.523623 35527 
     O      -1.756986      1.554972      -0.749827 35528 
     O      -2.421357     -0.463837       1.031335 35529 
     O      -0.661296      0.778738      -0.957162 35530 
     C      -1.103482     -0.932832       0.714762 35531 
     C      -0.214598      0.219903       0.293328 35532 
     H      -1.178107     -1.696545      -0.058691 35533 
     H      -0.741428     -1.372738       1.642118 35534 
     H      -0.260466      1.012617       1.043264 35535 
     C       1.255026     -0.160361       0.071115 35536 
     C       1.877258     -0.753150       1.325670 35537 
     H       1.504097     -1.762226       1.486995 35538 
     H       1.656047     -0.132780       2.192342 35539 
     H       2.956666     -0.798793       1.194514 35540 
     C       1.372015     -1.133390      -1.104673 35541 
     O       1.982277      0.967223      -0.396982 35542 
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     O       1.068889     -2.287246      -1.005649 35543 
     H       1.747547     -0.697653      -2.044679 35544 
     O       1.939668      1.986249       0.588686 35545 
     H       1.448299      2.675515       0.122616 35546 
Rotational constants (GHz):    1.2944500    0.7249000    0.6027900 35547 
Vibrational harmonic frequencies (cm-1): 35548 
    i3006.5019                   31.6525                   91.8805             35549 
       97.4051                  116.9508                  171.6496             35550 
      203.5124                  217.4396                  231.2951             35551 
      254.2666                  287.1925                  311.3792             35552 
      320.6979                  349.7094                  392.1628             35553 
      450.6971                  453.8285                  463.7457             35554 
      532.0845                  578.4138                  665.6365             35555 
      689.0587                  854.1967                  896.0245             35556 
      916.7245                  977.1865                 1001.0302             35557 
     1018.0136                 1052.4690                 1055.3329             35558 
     1102.0838                 1116.4115                 1145.4190             35559 
     1152.1421                 1173.8190                 1214.7339             35560 
     1269.9070                 1306.2637                 1321.2361             35561 
     1376.8442                 1398.2854                 1415.4876             35562 
     1416.7205                 1427.8660                 1464.9605             35563 
     1492.3274                 1493.3344                 1504.0070             35564 
     1868.3042                 3009.6979                 3080.7221             35565 
     3091.1961                 3102.1976                 3161.1959             35566 
     3162.7222                 3170.4421                 3806.0547             35567 
Zero-point correction (Hartree): 0.150191 35568 
 35569 
TS.diHPCARP_Ib.16OOHHshift.a.mttmuu 35570 
----------------------------------- 35571 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14257450  35572 
Electronic state : 2-A 35573 
Cartesian coordinates (Angs): 35574 
     O      -3.175453      0.080748       0.637935 35575 
     H      -2.880368     -0.630504      -0.241326 35576 
     O      -2.184765     -1.152151      -1.051961 35577 
     O      -2.404955      1.183061       0.434500 35578 
     O      -0.982573     -1.241014      -0.422816 35579 
     C      -1.044079      0.877668       0.759155 35580 
     C      -0.391036      0.067399      -0.343951 35581 
     H      -1.018608      0.348131       1.710673 35582 
     H      -0.557180      1.848890       0.856038 35583 
     H      -0.535629      0.556602      -1.310281 35584 
     C       1.114610     -0.120958      -0.135322 35585 
     C       1.699342     -1.105172      -1.137316 35586 
     H       1.483830     -0.755126      -2.145106 35587 
     H       1.254943     -2.087583      -0.997323 35588 
     H       2.778986     -1.164160      -1.020298 35589 
     C       1.779146      1.249310      -0.288583 35590 
     O       1.255166     -0.547599       1.216042 35591 
     O       1.790811      1.841804      -1.328393 35592 
     H       2.235213      1.656075       0.630789 35593 
     O       2.642967     -0.660316       1.497297 35594 
     H       2.761330     -1.618074       1.532103 35595 
Rotational constants (GHz):    1.4400700    0.6106100    0.5846700 35596 
Vibrational harmonic frequencies (cm-1): 35597 
    i3025.0592                   55.3763                   60.0857             35598 
       96.4448                  120.1502                  176.8357             35599 
      199.1196                  217.5931                  226.7811             35600 
      253.7087                  276.6948                  301.7725             35601 
      322.8974                  341.0251                  366.8818             35602 
      417.5610                  452.7992                  475.3276             35603 
      542.0894                  630.3609                  650.0442             35604 
      688.5928                  837.2700                  901.5702             35605 
      954.3280                  971.0061                  990.7074             35606 
     1004.9372                 1048.2462                 1055.9803             35607 
     1103.6903                 1117.5523                 1140.8087             35608 
     1147.5304                 1180.1037                 1233.3951             35609 
     1247.0911                 1301.0792                 1331.1163             35610 
     1376.6203                 1392.4883                 1403.2477             35611 
     1408.9248                 1426.9832                 1461.1944             35612 
     1488.8739                 1490.9850                 1504.5773             35613 
     1868.6660                 2991.8113                 3086.5755             35614 
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     3087.6311                 3092.0409                 3151.3190             35615 
     3165.9173                 3174.5489                 3816.0329             35616 
Zero-point correction (Hartree): 0.149965 35617 
 35618 
TS.diHPCARP_Ib.16OOHHshift.b.cpmmuu 35619 
----------------------------------- 35620 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14283615  35621 
Electronic state : 2-A 35622 
Cartesian coordinates (Angs): 35623 
     O       2.985100     -0.325693      -0.621504 35624 
     H       2.552292      0.779910      -0.573678 35625 
     O       1.826676      1.675514      -0.306547 35626 
     O       2.390482     -0.940681       0.430230 35627 
     O       0.945376      1.084424       0.536288 35628 
     C       1.035999     -1.266081       0.104257 35629 
     C       0.255590      0.025380      -0.153101 35630 
     H       0.674096     -1.787746       0.987927 35631 
     H       1.006189     -1.937300      -0.753333 35632 
     H       0.237426      0.291738      -1.207128 35633 
     C      -1.174316     -0.036981       0.396488 35634 
     C      -1.254633      0.181189       1.900406 35635 
     H      -0.885763      1.172869       2.149217 35636 
     H      -0.654032     -0.560679       2.424058 35637 
     H      -2.289521      0.084028       2.225975 35638 
     C      -2.085224      0.971908      -0.295812 35639 
     O      -1.720553     -1.332033       0.193988 35640 
     O      -1.699291      1.892089      -0.950551 35641 
     H      -3.163010      0.782516      -0.119344 35642 
     O      -1.674850     -1.574864      -1.215566 35643 
     H      -2.565702     -1.907881      -1.377820 35644 
Rotational constants (GHz):    1.3629100    0.7284200    0.6147200 35645 
Vibrational harmonic frequencies (cm-1): 35646 
    i2731.3130                   49.6510                   74.6897             35647 
       83.7517                  119.2017                  132.0393             35648 
      178.0615                  202.9559                  234.2036             35649 
      247.0596                  261.0674                  317.2981             35650 
      325.5326                  347.2735                  392.5647             35651 
      423.6097                  443.6582                  537.3985             35652 
      559.2996                  627.6557                  658.1753             35653 
      683.3223                  813.8100                  839.6154             35654 
      924.7080                  944.6353                  960.5181             35655 
      989.3763                 1024.1542                 1043.1505             35656 
     1074.9144                 1124.6038                 1144.7322             35657 
     1168.9150                 1198.1126                 1230.7129             35658 
     1271.1329                 1283.6160                 1352.5108             35659 
     1375.7796                 1391.3068                 1408.9340             35660 
     1412.4790                 1417.0239                 1485.4951             35661 
     1493.9706                 1503.8183                 1703.8167             35662 
     1885.7934                 2944.2315                 3079.0575             35663 
     3098.8254                 3140.3687                 3152.7204             35664 
     3161.5855                 3175.3316                 3837.0266             35665 
Zero-point correction (Hartree): 0.150257 35666 
 35667 
TS.diHPCARP_Ib.16OOHHshift.b.cptpuu 35668 
----------------------------------- 35669 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14581985  35670 
Electronic state : 2-A 35671 
Cartesian coordinates (Angs): 35672 
     O       3.299481     -0.450946       0.084203 35673 
     H       2.955048      0.634858      -0.127943 35674 
     O       2.211463      1.579871      -0.300565 35675 
     O       2.132141     -1.081095       0.367402 35676 
     O       1.060876      1.176814       0.289428 35677 
     C       1.250607     -0.987470      -0.762058 35678 
     C       0.371123      0.247269      -0.560363 35679 
     H       0.652677     -1.896257      -0.782889 35680 
     H       1.856302     -0.922507      -1.662388 35681 
     H       0.142438      0.732239      -1.511928 35682 
     C      -0.947750     -0.060378       0.171143 35683 
     C      -0.744551     -0.722128       1.527878 35684 
     H      -0.159870     -0.074613       2.178770 35685 
     H      -0.212502     -1.664220       1.410232 35686 
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     H      -1.709766     -0.924452       1.985727 35687 
     C      -1.716337      1.245638       0.350602 35688 
     O      -1.609639     -0.894632      -0.759933 35689 
     O      -2.734184      1.484824      -0.238332 35690 
     H      -1.285519      1.959218       1.072338 35691 
     O      -2.872677     -1.272477      -0.242344 35692 
     H      -3.417039     -0.520735      -0.523994 35693 
Rotational constants (GHz):    1.7854300    0.6215700    0.5336200 35694 
Vibrational harmonic frequencies (cm-1): 35695 
    i2713.4066                   54.1320                   71.0229             35696 
       96.6447                  163.2494                  172.6174             35697 
      215.2804                  244.7156                  247.8725             35698 
      292.7068                  307.1127                  323.1529             35699 
      347.5663                  369.1738                  415.8833             35700 
      433.9379                  486.3694                  512.4998             35701 
      551.2070                  679.0410                  700.9122             35702 
      730.9166                  818.6761                  837.6356             35703 
      888.2842                  932.0581                  943.9957             35704 
     1000.3218                 1009.1970                 1041.9866             35705 
     1061.4988                 1120.7444                 1151.3830             35706 
     1168.0269                 1183.4308                 1243.5194             35707 
     1269.5898                 1289.9659                 1349.0010             35708 
     1380.1819                 1388.7148                 1411.3724             35709 
     1418.7320                 1442.2003                 1481.9947             35710 
     1495.2230                 1507.3247                 1703.4123             35711 
     1856.1588                 3006.4428                 3085.0382             35712 
     3085.2537                 3113.1597                 3163.2274             35713 
     3170.4192                 3171.8590                 3749.7302             35714 
Zero-point correction (Hartree): 0.151170 35715 
 35716 
TS.diHPCARP_Ib.16OOHHshift.b.ctmmuu 35717 
----------------------------------- 35718 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14234660  35719 
Electronic state : 2-A 35720 
Cartesian coordinates (Angs): 35721 
     O      -2.902834     -0.526813       0.629863 35722 
     H      -2.699104      0.601267       0.338989 35723 
     O      -2.130389      1.552720      -0.111681 35724 
     O      -2.218556     -1.224120      -0.308028 35725 
     O      -1.107628      0.954457      -0.773903 35726 
     C      -0.814880     -1.256862      -0.007359 35727 
     C      -0.329476      0.175900       0.158573 35728 
     H      -0.385768     -1.730987      -0.884303 35729 
     H      -0.626779     -1.856483       0.884301 35730 
     H      -0.561432      0.542766       1.157056 35731 
     C       1.155875      0.436856      -0.077439 35732 
     C       1.426204      1.933080      -0.210971 35733 
     H       0.945166      2.468043       0.605965 35734 
     H       1.016654      2.289617      -1.153014 35735 
     H       2.498190      2.123136      -0.191478 35736 
     C       1.986951     -0.084172       1.089690 35737 
     O       1.661496     -0.124044      -1.280330 35738 
     O       1.544218     -0.333633       2.171595 35739 
     H       3.066067     -0.162541       0.861290 35740 
     O       1.838608     -1.529057      -1.064742 35741 
     H       2.719638     -1.659702      -1.435956 35742 
Rotational constants (GHz):    1.3531500    0.6898600    0.6431200 35743 
Vibrational harmonic frequencies (cm-1): 35744 
    i2784.3816                   38.7017                   86.9220             35745 
       93.4988                  148.7503                  177.7063             35746 
      191.5378                  221.9597                  228.1481             35747 
      249.2757                  277.0457                  312.2470             35748 
      328.0332                  355.4002                  369.4238             35749 
      430.6304                  442.1196                  552.9291             35750 
      563.6196                  611.0080                  657.2880             35751 
      679.0516                  860.9387                  875.3967             35752 
      924.4060                  939.9510                  970.1677             35753 
      990.8982                 1010.7017                 1042.1741             35754 
     1081.8812                 1115.4299                 1145.1441             35755 
     1163.0902                 1189.1302                 1237.8248             35756 
     1263.4672                 1289.1015                 1346.1617             35757 
     1382.5862                 1394.1796                 1406.6898             35758 
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     1411.3453                 1428.9891                 1486.5995             35759 
     1491.0473                 1499.3814                 1709.2877             35760 
     1875.3648                 2968.2863                 3078.2999             35761 
     3092.4703                 3127.2454                 3158.8404             35762 
     3170.1493                 3187.4694                 3833.5913             35763 
Zero-point correction (Hartree): 0.150730 35764 
 35765 
TS.diHPCARP_Ib.16OOHHshift.b.ctmpuu 35766 
----------------------------------- 35767 
IRC pathway available 35768 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17410582  35769 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05124181  35770 
     T1 diagnostic:  0.026314  35771 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00693352  35772 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02339975  35773 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01692166  35774 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02909117  35775 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47822259  35776 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46416604  35777 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14793026  35778 
Electronic state : 2-A 35779 
Cartesian coordinates (Angs): 35780 
     O      -2.957723     -0.615950       0.043411 35781 
     H      -2.741040      0.540369       0.147681 35782 
     O      -2.127619      1.558067       0.229527 35783 
     O      -1.715810     -1.119783      -0.161968 35784 
     O      -0.942363      1.261581      -0.354835 35785 
     C      -0.853437     -0.766144       0.937480 35786 
     C      -0.110229      0.513592       0.548748 35787 
     H      -0.181425     -1.601784       1.105218 35788 
     H      -1.481922     -0.616224       1.811112 35789 
     H       0.083839      1.112161       1.440485 35790 
     C       1.218285      0.347726      -0.200029 35791 
     C       1.870203      1.703289      -0.463678 35792 
     H       2.000287      2.241040       0.473613 35793 
     H       1.237409      2.284906      -1.130173 35794 
     H       2.841382      1.559527      -0.934244 35795 
     C       2.190228     -0.485139       0.621801 35796 
     O       1.094145     -0.228008      -1.485447 35797 
     O       2.104407     -0.619972       1.809421 35798 
     H       3.010896     -0.927508       0.029416 35799 
     O       0.738460     -1.597403      -1.337716 35800 
     H      -0.207702     -1.580696      -1.548186 35801 
Rotational constants (GHz):    1.4011800    0.7385800    0.6834600 35802 
Vibrational harmonic frequencies (cm-1): 35803 
    i2801.4260                   53.4554                  104.4611             35804 
      115.5478                  154.3504                  183.3853             35805 
      208.7136                  234.2809                  250.6498             35806 
      281.3538                  303.9326                  309.8606             35807 
      336.6736                  365.9242                  407.6262             35808 
      476.4493                  513.5066                  537.1908             35809 
      567.0210                  627.4932                  684.0817             35810 
      729.6372                  781.1643                  831.0229             35811 
      927.4084                  935.6122                  961.1983             35812 
      980.8914                 1028.3928                 1049.0352             35813 
     1057.9260                 1110.5563                 1152.2659             35814 
     1167.7344                 1179.9890                 1248.4595             35815 
     1264.1891                 1289.8994                 1345.0084             35816 
     1387.2299                 1394.2264                 1399.7055             35817 
     1414.8769                 1428.6459                 1489.2908             35818 
     1494.2305                 1502.1754                 1700.0288             35819 
     1864.3957                 2989.3826                 3079.0303             35820 
     3095.9506                 3127.6246                 3159.6612             35821 
     3169.2639                 3190.8343                 3758.2856             35822 
Zero-point correction (Hartree): 0.151273 35823 
 35824 
TS.diHPCARP_Ib.16OOHHshift.b.ctpmuu 35825 
----------------------------------- 35826 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14432800  35827 
Electronic state : 2-A 35828 
Cartesian coordinates (Angs): 35829 
     O       3.039052      0.517789      -0.022104 35830 
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     H       2.656948     -0.283274       0.734457 35831 
     O       1.910821     -1.059878       1.272624 35832 
     O       2.141156      0.445785      -1.034823 35833 
     O       0.849726     -1.063565       0.429938 35834 
     C       0.920558      1.084397      -0.645898 35835 
     C       0.218006      0.232848       0.423574 35836 
     H       0.339597      1.113820      -1.566183 35837 
     H       1.127473      2.094044      -0.298691 35838 
     H       0.326317      0.657201       1.420251 35839 
     C      -1.261951     -0.006091       0.123099 35840 
     C      -1.960026     -0.802208       1.218674 35841 
     H      -1.951214     -0.228579       2.144832 35842 
     H      -1.450579     -1.747739       1.378915 35843 
     H      -2.989519     -1.004728       0.927610 35844 
     C      -1.978845      1.335044       0.008099 35845 
     O      -1.439155     -0.574930      -1.168589 35846 
     O      -1.519609      2.361259       0.420175 35847 
     H      -2.976449      1.275380      -0.460143 35848 
     O      -1.280683     -1.982550      -1.130073 35849 
     H      -0.319491     -2.091350      -1.183515 35850 
Rotational constants (GHz):    1.2914200    0.7508400    0.6285800 35851 
Vibrational harmonic frequencies (cm-1): 35852 
    i2604.1195                   13.6535                   72.0416             35853 
       96.1291                  139.7276                  144.3795             35854 
      205.1615                  216.3958                  240.8323             35855 
      270.4577                  331.7132                  335.6618             35856 
      350.7551                  373.6173                  380.2734             35857 
      420.2675                  448.1573                  475.5163             35858 
      573.4852                  646.0807                  684.0853             35859 
      695.7922                  785.7600                  828.5242             35860 
      921.5695                  933.3619                  961.8253             35861 
      990.8841                 1005.9364                 1059.4072             35862 
     1077.9803                 1115.3095                 1155.4806             35863 
     1165.9299                 1187.4355                 1225.6623             35864 
     1274.5175                 1295.7303                 1348.0503             35865 
     1356.3399                 1395.9348                 1406.5207             35866 
     1416.1543                 1447.9920                 1483.9650             35867 
     1486.2664                 1498.9900                 1702.7450             35868 
     1864.3222                 2997.0139                 3079.8913             35869 
     3105.7525                 3124.8398                 3155.3541             35870 
     3167.5598                 3180.9195                 3767.1010             35871 
Zero-point correction (Hartree): 0.150553 35872 
 35873 
TS.diHPCARP_Ib.16OOHHshift.b.cttmuu 35874 
----------------------------------- 35875 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14204303  35876 
Electronic state : 2-A 35877 
Cartesian coordinates (Angs): 35878 
     O      -3.115573      0.584212      -0.021547 35879 
     H      -2.786826     -0.372683      -0.638948 35880 
     O      -2.100425     -1.266408      -1.023052 35881 
     O      -2.366327      0.507080       1.105061 35882 
     O      -1.065945     -1.211553      -0.146425 35883 
     C      -1.031493      0.949455       0.843451 35884 
     C      -0.426010      0.072536      -0.252971 35885 
     H      -0.520718      0.807340       1.792926 35886 
     H      -1.035454      2.004795       0.563927 35887 
     H      -0.641081      0.465833      -1.245669 35888 
     C       1.090905     -0.109223      -0.156223 35889 
     C       1.595523     -1.058285      -1.230422 35890 
     H       1.374721     -0.637958      -2.209678 35891 
     H       1.102812     -2.023071      -1.131564 35892 
     H       2.673116     -1.180833      -1.148827 35893 
     C       1.719733      1.278081      -0.306568 35894 
     O       1.331954     -0.581334       1.163410 35895 
     O       1.714614      1.873944      -1.344611 35896 
     H       2.155084      1.699248       0.616570 35897 
     O       2.738601     -0.650232       1.349946 35898 
     H       2.891221     -1.603724       1.355410 35899 
Rotational constants (GHz):    1.4524100    0.6190100    0.5973600 35900 
Vibrational harmonic frequencies (cm-1): 35901 
    i2750.0840                   51.3479                   57.7382             35902 
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       68.9438                  107.9551                  174.6525             35903 
      188.4146                  218.8819                  235.7284             35904 
      265.2025                  285.8599                  315.7378             35905 
      336.9485                  344.9586                  368.3055             35906 
      430.7158                  443.3146                  476.6784             35907 
      613.9762                  635.2602                  662.1849             35908 
      677.2821                  827.4714                  848.9410             35909 
      894.0684                  967.9090                  975.2635             35910 
      994.7434                 1006.7034                 1049.2702             35911 
     1088.2446                 1119.2124                 1143.1443             35912 
     1166.1789                 1203.5823                 1233.9732             35913 
     1247.6809                 1288.3369                 1350.2682             35914 
     1373.7229                 1391.9157                 1403.3361             35915 
     1409.3509                 1420.4408                 1491.6645             35916 
     1492.7734                 1505.3324                 1704.5285             35917 
     1867.5600                 2989.4936                 3079.4356             35918 
     3085.5154                 3121.6345                 3163.4818             35919 
     3165.8494                 3171.8787                 3816.0928             35920 
Zero-point correction (Hartree): 0.150403 35921 
 35922 
TS.diHPCARP_Ib.16OOHHshift.b.hpmmuu 35923 
----------------------------------- 35924 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14765579  35925 
Electronic state : 2-A 35926 
Cartesian coordinates (Angs): 35927 
     O      -3.058434      0.396605      -0.645843 35928 
     H      -2.639052     -0.685156      -0.790245 35929 
     O      -1.905252     -1.632784      -0.682127 35930 
     O      -2.482269      0.813766       0.508730 35931 
     O      -1.049829     -1.210518       0.281903 35932 
     C      -1.122285      1.189992       0.267324 35933 
     C      -0.339365     -0.046093      -0.180193 35934 
     H      -0.775754      1.562947       1.228381 35935 
     H      -1.075851      1.987846      -0.472261 35936 
     H      -0.294902     -0.109748      -1.265878 35937 
     C       1.075883     -0.098788       0.426934 35938 
     C       1.077916     -0.508616       1.893494 35939 
     H       0.734925     -1.535246       1.999783 35940 
     H       0.422188      0.137750       2.473328 35941 
     H       2.091035     -0.421350       2.281879 35942 
     C       1.908749     -1.094048      -0.366189 35943 
     O       1.660147      1.184325       0.393918 35944 
     O       2.937445     -0.803285      -0.910024 35945 
     H       1.496065     -2.118048      -0.414963 35946 
     O       1.643727      1.657335      -0.946835 35947 
     H       2.471686      1.282772      -1.286033 35948 
Rotational constants (GHz):    1.5553000    0.6492500    0.5836300 35949 
Vibrational harmonic frequencies (cm-1): 35950 
    i2703.3470                   49.5519                   76.2671             35951 
       99.6217                  134.6088                  188.5704             35952 
      198.5686                  243.0967                  254.1133             35953 
      282.7966                  315.4145                  320.0495             35954 
      363.5443                  368.3798                  414.5090             35955 
      457.8655                  469.4419                  482.0837             35956 
      557.4464                  646.9860                  678.4941             35957 
      750.6520                  813.1538                  848.6480             35958 
      905.4131                  928.9111                  969.1658             35959 
      988.6970                 1024.0576                 1046.7747             35960 
     1072.4051                 1124.9423                 1146.8319             35961 
     1165.4356                 1189.4120                 1238.7974             35962 
     1278.1261                 1293.6804                 1356.7647             35963 
     1361.6326                 1403.6668                 1415.5856             35964 
     1417.4861                 1427.0943                 1484.7307             35965 
     1494.8908                 1505.3531                 1698.1619             35966 
     1860.6288                 2982.8669                 3083.4493             35967 
     3105.0941                 3120.1615                 3161.4761             35968 
     3167.6552                 3170.7213                 3754.1558             35969 
Zero-point correction (Hartree): 0.151175 35970 
 35971 
TS.diHPCARP_Ib.16OOHHshift.b.hptpuu 35972 
----------------------------------- 35973 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14453395  35974 
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Electronic state : 2-A 35975 
Cartesian coordinates (Angs): 35976 
     O       3.206216     -0.288355      -0.656671 35977 
     H       2.820984      0.790376      -0.421631 35978 
     O       2.092575      1.664018      -0.029583 35979 
     O       2.514666     -1.070132       0.208565 35980 
     O       1.154959      0.959692       0.651846 35981 
     C       1.179275     -1.259719      -0.269017 35982 
     C       0.453734      0.091460      -0.255617 35983 
     H       0.741737     -1.963648       0.434031 35984 
     H       1.199016     -1.702242      -1.263413 35985 
     H       0.477706      0.560736      -1.239089 35986 
     C      -0.998781     -0.008694       0.240878 35987 
     C      -1.101969     -0.288719       1.734844 35988 
     H      -0.706691      0.550311       2.304450 35989 
     H      -0.539147     -1.181546       1.998784 35990 
     H      -2.144590     -0.445791       1.999200 35991 
     C      -1.689460      1.309883      -0.079326 35992 
     O      -1.517536     -1.050740      -0.562350 35993 
     O      -2.612422      1.399137      -0.840902 35994 
     H      -1.280286      2.195325       0.438468 35995 
     O      -2.877855     -1.273143      -0.234319 35996 
     H      -3.310348     -0.592597      -0.774059 35997 
Rotational constants (GHz):    1.7021000    0.6077500    0.5303300 35998 
Vibrational harmonic frequencies (cm-1): 35999 
    i2679.0693                   41.8397                   70.4996             36000 
       92.7467                  139.7259                  161.2205             36001 
      208.2266                  237.7827                  255.6135             36002 
      292.4552                  311.2769                  327.5649             36003 
      360.1200                  373.6457                  418.9045             36004 
      440.7095                  469.9511                  498.3118             36005 
      546.8696                  647.5822                  676.0602             36006 
      761.4552                  807.7475                  837.1595             36007 
      897.2922                  926.2240                  968.2397             36008 
     1004.1737                 1018.3350                 1036.6434             36009 
     1088.2851                 1121.9990                 1146.9020             36010 
     1165.3915                 1188.2482                 1251.6200             36011 
     1274.2376                 1286.3607                 1353.8695             36012 
     1365.8872                 1405.0533                 1414.8925             36013 
     1416.6669                 1446.1804                 1484.9941             36014 
     1493.5193                 1508.8309                 1698.0935             36015 
     1858.4712                 2987.2222                 3088.0361             36016 
     3106.0865                 3110.2092                 3163.3967             36017 
     3173.1199                 3176.2339                 3746.6624             36018 
Zero-point correction (Hartree): 0.151154 36019 
 36020 
TS.diHPCARP_Ib.16OOHHshift.b.htpmuu 36021 
----------------------------------- 36022 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14715237  36023 
Electronic state : 2-A 36024 
Cartesian coordinates (Angs): 36025 
     O      -2.919211     -0.265675      -0.568569 36026 
     H      -2.670774     -0.269442       0.587462 36027 
     O      -2.021408     -0.236597       1.585222 36028 
     O      -1.696933     -0.060873      -1.122378 36029 
     O      -0.874743      0.366835       1.189477 36030 
     C      -0.797540     -1.107830      -0.707601 36031 
     C      -0.029308     -0.576064       0.500980 36032 
     H      -0.139711     -1.310910      -1.549066 36033 
     H      -1.390974     -1.987700      -0.476344 36034 
     H       0.243688     -1.377495       1.188395 36035 
     C       1.228467      0.193173       0.098078 36036 
     C       1.830300      0.997673       1.243835 36037 
     H       2.006888      0.346734       2.099396 36038 
     H       1.151662      1.793747       1.533454 36039 
     H       2.774521      1.437508       0.924411 36040 
     C       2.292459     -0.797134      -0.373344 36041 
     O       1.024710      0.978653      -1.068649 36042 
     O       2.264996     -1.970103      -0.136232 36043 
     H       3.116255     -0.326048      -0.937126 36044 
     O       0.272494      2.139151      -0.761086 36045 
     H      -0.637057      1.823571      -0.884552 36046 
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Rotational constants (GHz):    1.3697700    0.7428700    0.6902500 36047 
Vibrational harmonic frequencies (cm-1): 36048 
    i2748.0039                   63.0001                   92.7107             36049 
      101.1698                  159.7371                  161.0972             36050 
      212.3399                  243.6934                  250.0186             36051 
      269.1606                  318.3312                  331.1942             36052 
      365.3860                  395.1259                  403.4717             36053 
      447.9665                  455.6648                  510.1413             36054 
      567.0205                  658.1488                  686.4754             36055 
      735.6190                  794.6567                  841.5047             36056 
      915.4296                  931.0607                  962.7378             36057 
      979.4786                 1021.4144                 1042.2387             36058 
     1062.5346                 1107.7512                 1141.8312             36059 
     1162.4931                 1180.6365                 1225.8392             36060 
     1267.5410                 1283.7201                 1348.6239             36061 
     1378.1239                 1388.3635                 1401.9493             36062 
     1412.6048                 1464.6686                 1485.2245             36063 
     1493.0381                 1503.0573                 1703.3818             36064 
     1867.2754                 2993.1565                 3077.0858             36065 
     3106.7772                 3120.3074                 3149.9893             36066 
     3180.4208                 3186.1562                 3738.5730             36067 
Zero-point correction (Hartree): 0.151150 36068 
 36069 
TS.diHPCARP_Ib.16OOHHshift.b.lmppdd 36070 
----------------------------------- 36071 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14703738  36072 
Electronic state : 2-A 36073 
Cartesian coordinates (Angs): 36074 
     O       3.263198      0.241081       0.191878 36075 
     H       2.668949     -0.748533       0.191498 36076 
     O       1.756368     -1.538319       0.042369 36077 
     O       2.422661      1.085257      -0.457130 36078 
     O       1.005916     -1.001939      -0.954091 36079 
     C       1.155767      1.124199       0.216699 36080 
     C       0.250667      0.135339      -0.505328 36081 
     H       0.763469      2.133505       0.119910 36082 
     H       1.310305      0.888425       1.267008 36083 
     H      -0.060608      0.582401      -1.448925 36084 
     C      -0.997619     -0.260972       0.310848 36085 
     C      -0.733711     -1.220277       1.463582 36086 
     H       0.031290     -0.826014       2.127716 36087 
     H      -0.399882     -2.185190       1.089371 36088 
     H      -1.659706     -1.346752       2.022890 36089 
     C      -2.011453     -0.904700      -0.621685 36090 
     O      -1.537793      0.897983       0.916501 36091 
     O      -3.124529     -0.483914      -0.775778 36092 
     H      -1.652576     -1.801379      -1.158416 36093 
     O      -1.819900      1.859252      -0.092737 36094 
     H      -2.710514      1.586790      -0.363834 36095 
Rotational constants (GHz):    1.6800100    0.6523300    0.5664900 36096 
Vibrational harmonic frequencies (cm-1): 36097 
    i2882.6230                   56.8364                   84.1106             36098 
      112.7194                  144.1780                  195.5535             36099 
      244.3116                  249.2814                  268.5593             36100 
      282.3300                  298.9292                  314.1875             36101 
      332.2410                  369.2419                  387.9837             36102 
      472.8501                  493.1415                  516.5434             36103 
      540.7053                  681.1687                  689.3367             36104 
      732.0806                  825.4777                  835.3946             36105 
      882.4680                  927.6087                  968.3684             36106 
      988.5973                 1008.9078                 1046.2649             36107 
     1063.2392                 1113.3572                 1143.1927             36108 
     1167.7906                 1191.3381                 1237.8089             36109 
     1279.2650                 1291.6203                 1348.0752             36110 
     1373.7276                 1403.7924                 1413.2537             36111 
     1419.0328                 1426.1881                 1484.5349             36112 
     1488.7536                 1501.8106                 1694.3719             36113 
     1857.7506                 2980.8835                 3082.5479             36114 
     3113.9006                 3118.3191                 3161.1582             36115 
     3173.6515                 3178.9229                 3753.6918             36116 
Zero-point correction (Hartree): 0.151296 36117 
 36118 
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TS.diHPCARP_Ib.16OOHHshift.b.mmpmuu 36119 
----------------------------------- 36120 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14311819  36121 
Electronic state : 2-A 36122 
Cartesian coordinates (Angs): 36123 
     O      -3.004631      0.136558       0.541950 36124 
     H      -2.534237      0.955552      -0.165771 36125 
     O      -1.729930      1.495230      -0.867391 36126 
     O      -2.365928     -1.001426       0.177880 36127 
     O      -0.805770      0.514873      -1.021537 36128 
     C      -1.059011     -1.045564       0.761858 36129 
     C      -0.263952      0.162216       0.265987 36130 
     H      -0.641978     -1.982353       0.396608 36131 
     H      -1.140061     -1.065143       1.849167 36132 
     H      -0.397154      1.022268       0.919675 36133 
     C       1.235815     -0.085551       0.100515 36134 
     C       1.846331     -0.570785       1.404271 36135 
     H       1.471152     -1.564451       1.643240 36136 
     H       1.607698      0.118278       2.212147 36137 
     H       2.927712     -0.626874       1.296331 36138 
     C       1.477853     -1.086152      -1.032530 36139 
     O       1.875534      1.083590      -0.393700 36140 
     O       1.365461     -2.268060      -0.877818 36141 
     H       1.752538     -0.640089      -2.001980 36142 
     O       1.710113      2.136709       0.542730 36143 
     H       1.173334      2.758035       0.033070 36144 
Rotational constants (GHz):    1.2778600    0.7583900    0.6080700 36145 
Vibrational harmonic frequencies (cm-1): 36146 
    i2720.5182                   49.1992                   67.0180             36147 
       96.0858                  130.9733                  162.6045             36148 
      210.2727                  217.9097                  232.3658             36149 
      278.9623                  295.4953                  308.7643             36150 
      323.8195                  335.0077                  402.6888             36151 
      447.4882                  461.4322                  470.8511             36152 
      556.4577                  617.5856                  674.7312             36153 
      691.8068                  840.3012                  846.8074             36154 
      910.4318                  920.0077                  982.3175             36155 
      997.8154                 1021.6803                 1053.2999             36156 
     1083.2701                 1126.9467                 1150.6389             36157 
     1168.1466                 1193.5435                 1219.3045             36158 
     1272.7436                 1296.7908                 1341.5174             36159 
     1378.6890                 1398.2707                 1416.6052             36160 
     1417.6066                 1420.1287                 1488.6683             36161 
     1497.8184                 1502.6512                 1704.6303             36162 
     1867.0373                 3011.8764                 3080.8376             36163 
     3086.9755                 3124.5317                 3158.6128             36164 
     3163.0944                 3164.5965                 3807.9378             36165 
Zero-point correction (Hartree): 0.150695 36166 
 36167 
TS.diHPCARP_Ib.16OOHHshift.b.pptpdd 36168 
----------------------------------- 36169 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14402391  36170 
Electronic state : 2-A 36171 
Cartesian coordinates (Angs): 36172 
     O       3.080038      0.015618       0.481711 36173 
     H       2.246171     -0.708314       0.852411 36174 
     O       1.206715     -1.325790       0.859754 36175 
     O       2.635375      0.359713      -0.752093 36176 
     O       0.855981     -1.377100      -0.448243 36177 
     C       1.346734      0.977933      -0.638689 36178 
     C       0.308508     -0.121001      -0.872237 36179 
     H       1.293043      1.742444      -1.410849 36180 
     H       1.263620      1.437936       0.344832 36181 
     H       0.157076     -0.286435      -1.939956 36182 
     C      -1.055027      0.184812      -0.243792 36183 
     C      -1.563270      1.525395      -0.752796 36184 
     H      -1.530284      1.553439      -1.841992 36185 
     H      -0.962994      2.335532      -0.343900 36186 
     H      -2.586845      1.678289      -0.418014 36187 
     C      -0.980810      0.174484       1.286954 36188 
     O      -1.869127     -0.898278      -0.670993 36189 
     O      -0.698303      1.153343       1.917708 36190 
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     H      -1.218670     -0.792016       1.756199 36191 
     O      -3.120726     -0.780636      -0.005038 36192 
     H      -3.717546     -0.585582      -0.737816 36193 
Rotational constants (GHz):    1.6241800    0.6529700    0.6367700 36194 
Vibrational harmonic frequencies (cm-1): 36195 
    i2734.4520                   61.3088                   93.4151             36196 
      119.5443                  140.3348                  164.7144             36197 
      214.9609                  232.9790                  261.8103             36198 
      280.6985                  290.1050                  311.4754             36199 
      347.4428                  350.8809                  389.4695             36200 
      416.2448                  455.3377                  517.3599             36201 
      602.4865                  645.0194                  685.7355             36202 
      707.2745                  790.5161                  836.8151             36203 
      881.0352                  956.4551                  982.5937             36204 
      999.2294                 1011.1914                 1042.9721             36205 
     1065.6814                 1113.3764                 1152.3440             36206 
     1165.3253                 1200.4800                 1216.1378             36207 
     1262.6264                 1301.1573                 1329.2985             36208 
     1384.3594                 1393.4949                 1400.1734             36209 
     1405.8832                 1416.4347                 1484.6142             36210 
     1497.0838                 1509.8599                 1700.1499             36211 
     1858.9597                 3028.2316                 3075.6013             36212 
     3102.8007                 3103.9353                 3156.7321             36213 
     3163.8727                 3166.1894                 3823.9633             36214 
Zero-point correction (Hartree): 0.150970 36215 
 36216 
TS.diHPCARP_Ib.16OOHHshift.b.pttpdd 36217 
----------------------------------- 36218 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14196055  36219 
Electronic state : 2-A 36220 
Cartesian coordinates (Angs): 36221 
     O      -3.141754     -0.186313      -0.583683 36222 
     H      -2.478868     -0.950216      -0.003730 36223 
     O      -1.570547     -1.393406       0.656864 36224 
     O      -2.507461      0.988689      -0.341754 36225 
     O      -1.096925     -0.306422       1.316535 36226 
     C      -1.145049      0.892020      -0.777084 36227 
     C      -0.318795      0.532972       0.454576 36228 
     H      -0.857326      1.869573      -1.162614 36229 
     H      -1.083393      0.146909      -1.565072 36230 
     H      -0.165614      1.419515       1.070381 36231 
     C       1.075768     -0.033777       0.153316 36232 
     C       1.693946     -0.647165       1.401919 36233 
     H       1.104123     -1.506289       1.715490 36234 
     H       1.697098      0.091903       2.201109 36235 
     H       2.719746     -0.951667       1.208831 36236 
     C       1.942377      1.120818      -0.351700 36237 
     O       0.911684     -0.973670      -0.903315 36238 
     O       2.091677      2.131475       0.274664 36239 
     H       2.413426      0.961372      -1.336392 36240 
     O       2.192606     -1.494386      -1.233607 36241 
     H       2.127078     -2.398043      -0.899793 36242 
Rotational constants (GHz):    1.4271100    0.6735200    0.6017400 36243 
Vibrational harmonic frequencies (cm-1): 36244 
    i2788.0047                   46.7909                   50.1772             36245 
       76.6853                  116.3788                  168.2713             36246 
      199.3539                  221.6505                  234.1632             36247 
      261.8661                  274.4386                  307.4164             36248 
      319.8323                  361.9691                  384.5562             36249 
      398.3485                  463.1253                  512.7093             36250 
      600.2206                  634.4920                  685.0346             36251 
      710.6430                  781.3145                  844.9679             36252 
      888.0562                  953.8329                  972.0200             36253 
      993.9582                 1005.8238                 1042.9888             36254 
     1070.7308                 1113.0882                 1147.8957             36255 
     1162.3026                 1204.5075                 1219.8032             36256 
     1244.0259                 1295.1893                 1336.1039             36257 
     1388.6022                 1395.5991                 1407.8455             36258 
     1409.2019                 1412.3805                 1487.0768             36259 
     1495.1038                 1505.1585                 1701.8397             36260 
     1860.8235                 3003.6637                 3083.0649             36261 
     3102.6705                 3119.0211                 3164.4435             36262 
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     3169.3676                 3174.1834                 3818.7973             36263 
Zero-point correction (Hartree): 0.150367 36264 
 36265 
 36266 
 36267 
1,4-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-36268 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 36269 
======================================================================================36270 
======================================================= 36271 
 36272 
TS.diHPCARP_I.14HPHshift.mmmmmtu 36273 
-------------------------------- 36274 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13090445  36275 
Electronic state : 2-A 36276 
Cartesian coordinates (Angs): 36277 
     C      -0.057038      0.006780      -0.817354 36278 
     C      -0.749506     -0.442537       0.501879 36279 
     O      -2.136828     -0.239864       0.234361 36280 
     O      -2.327055     -0.691590      -1.067431 36281 
     H      -1.132846     -0.346189      -1.457162 36282 
     C      -0.470969     -1.899726       0.846996 36283 
     C      -0.397215      0.460457       1.666986 36284 
     H       0.582708     -2.049612       1.064629 36285 
     H      -0.775315     -2.533443       0.015748 36286 
     H      -1.066506     -2.170175       1.717726 36287 
     O       0.739878      0.707661       1.962802 36288 
     H      -1.251232      0.852922       2.241818 36289 
     O       0.164333      1.351917      -0.956611 36290 
     O      -0.880625      2.107028      -0.378100 36291 
     H      -1.660344      1.866731      -0.906204 36292 
     C       1.161765     -0.732338      -1.323104 36293 
     O       2.151600     -0.911930      -0.335814 36294 
     H       0.880655     -1.742365      -1.619677 36295 
     H       1.573232     -0.200132      -2.181979 36296 
     O       2.747347      0.345201      -0.066327 36297 
     H       2.258231      0.619059       0.729650 36298 
Rotational constants (GHz):    1.2529000    0.8241300    0.8025700 36299 
Vibrational harmonic frequencies (cm-1): 36300 
    i2059.6381                  101.4178                  114.8649             36301 
      129.6978                  156.2149                  174.7404             36302 
      201.3135                  221.9456                  228.2900             36303 
      258.4473                  259.8273                  287.9813             36304 
      325.3766                  342.8900                  359.8927             36305 
      429.9216                  439.7325                  464.9919             36306 
      492.0457                  570.5918                  620.1203             36307 
      673.9404                  701.4260                  823.8126             36308 
      913.9744                  924.4282                  971.1942             36309 
      981.1492                  993.2655                 1042.6418             36310 
     1060.8016                 1115.3645                 1132.7053             36311 
     1170.1512                 1177.1432                 1226.3537             36312 
     1250.4607                 1313.9838                 1348.0059             36313 
     1389.3118                 1395.7374                 1408.2879             36314 
     1449.6160                 1465.5374                 1480.3630             36315 
     1497.0819                 1503.0011                 1733.5766             36316 
     1851.4865                 3016.6178                 3079.7570             36317 
     3083.9780                 3142.3493                 3153.7203             36318 
     3183.9738                 3685.6318                 3725.2874             36319 
Zero-point correction (Hartree): 0.150920 36320 
 36321 
TS.diHPCARP_I.14HPHshift.mmmmptu 36322 
-------------------------------- 36323 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12864494  36324 
Electronic state : 2-A 36325 
Cartesian coordinates (Angs): 36326 
     C       0.071735     -0.757316      -0.339217 36327 
     C       0.662302      0.680955      -0.198489 36328 
     O       2.067915      0.462709      -0.327585 36329 
     O       2.203363     -0.438124      -1.376951 36330 
     H       1.078240     -1.038142      -1.116867 36331 
     C       0.165668      1.630573      -1.279004 36332 
     C       0.452572      1.262873       1.187067 36333 
     H      -0.902095      1.805398      -1.184746 36334 
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     H       0.385587      1.208546      -2.258316 36335 
     H       0.701208      2.574028      -1.184428 36336 
     O      -0.640639      1.406619       1.663223 36337 
     H       1.367279      1.567110       1.719120 36338 
     O       0.099077     -1.535265       0.786878 36339 
     O       1.213054     -1.243844       1.603660 36340 
     H       1.974145     -1.505041       1.059311 36341 
     C      -1.236270     -1.052817      -1.045726 36342 
     O      -2.372564     -0.858889      -0.237970 36343 
     H      -1.310044     -0.472718      -1.965474 36344 
     H      -1.257361     -2.115942      -1.288398 36345 
     O      -2.640239      0.531679      -0.159131 36346 
     H      -2.172734      0.792076       0.655025 36347 
Rotational constants (GHz):    1.2163200    0.8151200    0.7928700 36348 
Vibrational harmonic frequencies (cm-1): 36349 
    i2082.2806                   87.1301                  119.7583             36350 
      135.5539                  146.8397                  162.0385             36351 
      218.3483                  229.9158                  235.3658             36352 
      258.8317                  268.2631                  296.7532             36353 
      344.2826                  357.9615                  361.3552             36354 
      414.9847                  438.7728                  468.3852             36355 
      502.2899                  591.2440                  615.0344             36356 
      678.2995                  708.5789                  788.1133             36357 
      919.6909                  936.1954                  967.8758             36358 
      989.2886                 1005.0547                 1042.6153             36359 
     1060.4548                 1107.7848                 1134.4907             36360 
     1167.4649                 1172.0551                 1220.8136             36361 
     1243.9723                 1308.2205                 1345.5207             36362 
     1391.6231                 1400.2989                 1411.6399             36363 
     1449.3270                 1463.5690                 1486.7666             36364 
     1497.5583                 1505.5091                 1733.2917             36365 
     1849.8223                 3026.8101                 3080.5948             36366 
     3087.8417                 3140.0164                 3153.8077             36367 
     3188.5774                 3659.5590                 3731.5083             36368 
Zero-point correction (Hartree): 0.151060 36369 
 36370 
TS.diHPCARP_I.14HPHshift.mmtmmtu 36371 
-------------------------------- 36372 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12961510  36373 
Electronic state : 2-A 36374 
Cartesian coordinates (Angs): 36375 
     C      -0.052635     -0.055276      -0.819371 36376 
     C      -0.783803     -0.384878       0.518509 36377 
     O      -2.160428     -0.220199       0.201512 36378 
     O      -2.305695     -0.799091      -1.049333 36379 
     H      -1.146041     -0.418351      -1.453009 36380 
     C      -0.510976     -1.802292       1.013127 36381 
     C      -0.462214      0.620405       1.601090 36382 
     H       0.535844     -1.932493       1.270938 36383 
     H      -0.797187     -2.512949       0.240064 36384 
     H      -1.130586     -1.986117       1.889817 36385 
     O       0.667741      0.906512       1.897363 36386 
     H      -1.330951      1.059337       2.117795 36387 
     O       0.253694      1.259169      -1.032229 36388 
     O      -0.854113      2.058460      -0.638328 36389 
     H      -0.428014      2.925258      -0.607919 36390 
     C       1.144602     -0.876956      -1.240665 36391 
     O       2.121999     -1.008701      -0.230689 36392 
     H       0.830499     -1.898530      -1.451816 36393 
     H       1.583712     -0.437696      -2.137583 36394 
     O       2.733245      0.254140      -0.027393 36395 
     H       2.221339      0.593203       0.728347 36396 
Rotational constants (GHz):    1.2330900    0.8337900    0.8007700 36397 
Vibrational harmonic frequencies (cm-1): 36398 
    i2225.4768                   96.5391                  110.2530             36399 
      135.8624                  151.7360                  173.6191             36400 
      199.2638                  219.4642                  228.2562             36401 
      232.1447                  255.7113                  265.2491             36402 
      288.2041                  329.9518                  357.0001             36403 
      427.9664                  443.1302                  464.1246             36404 
      485.8548                  571.9481                  615.4679             36405 
      675.3565                  701.2291                  815.8672             36406 
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      911.5975                  927.3508                  972.4514             36407 
      978.7983                  997.5371                 1045.0018             36408 
     1062.1531                 1109.6650                 1134.5109             36409 
     1163.9628                 1169.8235                 1216.5729             36410 
     1245.3692                 1312.5554                 1333.4039             36411 
     1388.1953                 1395.8114                 1409.0613             36412 
     1463.4247                 1469.3262                 1488.2514             36413 
     1498.0835                 1505.6477                 1739.3242             36414 
     1844.0682                 3013.5482                 3080.7938             36415 
     3085.0088                 3143.1595                 3154.6489             36416 
     3187.7879                 3674.0849                 3824.3504             36417 
Zero-point correction (Hartree): 0.150791 36418 
 36419 
TS.diHPCARP_I.14HPHshift.mmtmptu 36420 
-------------------------------- 36421 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12734186  36422 
Electronic state : 2-A 36423 
Cartesian coordinates (Angs): 36424 
     C      -0.042780      0.464932      -0.683954 36425 
     C      -0.719864     -0.663593       0.162326 36426 
     O      -2.105609     -0.499854      -0.118470 36427 
     O      -2.168242     -0.277406      -1.482966 36428 
     H      -1.071819      0.385977      -1.504132 36429 
     C      -0.256771     -2.061987      -0.229348 36430 
     C      -0.565139     -0.438693       1.651099 36431 
     H       0.801754     -2.198657      -0.028836 36432 
     H      -0.457292     -2.219420      -1.287715 36433 
     H      -0.834832     -2.789177       0.339214 36434 
     O       0.507667     -0.302205       2.177540 36435 
     H      -1.504285     -0.425557       2.227084 36436 
     O       0.061284      1.685929      -0.084074 36437 
     O      -1.130702      1.960808       0.637444 36438 
     H      -0.807157      2.652992       1.229401 36439 
     C       1.251987      0.255365      -1.443415 36440 
     O       2.407396      0.475015      -0.666284 36441 
     H       1.269506     -0.735908      -1.895319 36442 
     H       1.314999      1.009593      -2.228607 36443 
     O       2.577790     -0.625657       0.212007 36444 
     H       2.087853     -0.349030       1.007100 36445 
Rotational constants (GHz):    1.1970200    0.8134300    0.8062200 36446 
Vibrational harmonic frequencies (cm-1): 36447 
    i2237.1827                   80.4587                  117.9043             36448 
      135.6791                  147.3978                  162.9357             36449 
      204.5143                  222.6393                  230.7862             36450 
      245.9268                  258.3553                  266.9806             36451 
      289.8392                  344.7895                  353.3192             36452 
      419.6661                  436.2964                  466.6811             36453 
      494.7445                  573.4826                  610.5166             36454 
      677.9652                  709.9560                  775.2322             36455 
      921.4301                  938.3908                  967.5850             36456 
      988.5597                 1004.9278                 1042.0405             36457 
     1063.7994                 1099.2924                 1136.9417             36458 
     1159.5856                 1163.8076                 1209.1198             36459 
     1240.8753                 1307.7947                 1334.4875             36460 
     1386.8707                 1395.9957                 1407.8402             36461 
     1461.2520                 1473.6611                 1480.9008             36462 
     1496.7920                 1504.9499                 1740.4967             36463 
     1843.5513                 3014.4506                 3079.8847             36464 
     3090.2208                 3142.2401                 3153.3628             36465 
     3187.5400                 3665.9813                 3820.4875             36466 
Zero-point correction (Hartree): 0.150703 36467 
 36468 
TS.diHPCARP_I.14HPHshift.mtmmmtu 36469 
-------------------------------- 36470 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.15903610  36471 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.03764431  36472 
     T1 diagnostic:  0.023133  36473 
E(MP2/Aug-CC-pVTZ) (Hartree): -720.99481796  36474 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.01271484  36475 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.00319930  36476 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.01781574  36477 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.46662690  36478 
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E(UHF/Aug-CC-pVTZ) (Hartree): -718.45511364  36479 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13181197  36480 
Electronic state : 2-A 36481 
Cartesian coordinates (Angs): 36482 
     C      -0.031985     -0.694737       0.225079 36483 
     C      -1.122201      0.372127      -0.038746 36484 
     O      -2.225889     -0.415003      -0.474853 36485 
     O      -2.268455     -1.466341       0.432185 36486 
     H      -0.975644     -1.541246       0.538056 36487 
     C      -1.471007      1.196193       1.195653 36488 
     C      -0.786651      1.308836      -1.183251 36489 
     H      -0.611015      1.776080       1.523457 36490 
     H      -1.804345      0.532055       1.990582 36491 
     H      -2.288864      1.871893       0.948629 36492 
     O       0.268021      1.876359      -1.276742 36493 
     H      -1.597233      1.468591      -1.913319 36494 
     O       0.498781     -1.019455      -1.001422 36495 
     O       1.605802     -1.887305      -0.891945 36496 
     H       2.327128     -1.243232      -0.776192 36497 
     C       0.934492     -0.507113       1.365890 36498 
     O       1.661690      0.705580       1.264810 36499 
     H       0.380999     -0.410983       2.298556 36500 
     H       1.609974     -1.357436       1.441359 36501 
     O       2.449179      0.660450       0.081929 36502 
     H       1.910085      1.218155      -0.510579 36503 
Rotational constants (GHz):    1.2334600    0.8488500    0.7450400 36504 
Vibrational harmonic frequencies (cm-1): 36505 
    i2169.3637                   92.1431                  123.7076             36506 
      146.3281                  159.8384                  178.4332             36507 
      204.6434                  223.9154                  241.1041             36508 
      270.8954                  281.1459                  287.4919             36509 
      332.3000                  347.8811                  383.4876             36510 
      448.7193                  474.0700                  530.7006             36511 
      547.9169                  568.8958                  656.2126             36512 
      698.2433                  731.3739                  828.8801             36513 
      915.1477                  919.9682                  959.7425             36514 
      985.3282                  991.6548                 1033.6418             36515 
     1049.9230                 1099.2042                 1147.8118             36516 
     1160.6812                 1206.2664                 1214.7878             36517 
     1252.2064                 1323.6660                 1329.4398             36518 
     1388.1125                 1394.1240                 1410.4964             36519 
     1465.9793                 1478.6423                 1481.8446             36520 
     1497.1978                 1506.5335                 1744.4510             36521 
     1852.6529                 3007.6948                 3077.7474             36522 
     3106.1297                 3153.4390                 3157.4495             36523 
     3174.4548                 3636.7253                 3691.1154             36524 
Zero-point correction (Hartree): 0.151664 36525 
 36526 
TS.diHPCARP_I.14HPHshift.mtmmptu 36527 
-------------------------------- 36528 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12885758  36529 
Electronic state : 2-A 36530 
Cartesian coordinates (Angs): 36531 
     C       0.010342     -0.696504      -0.238054 36532 
     C       1.092966      0.390639      -0.002768 36533 
     O       2.261905     -0.393230       0.218939 36534 
     O       2.230410     -1.347856      -0.786843 36535 
     H       0.945536     -1.459011      -0.750160 36536 
     C       1.259012      1.337068      -1.182776 36537 
     C       0.874656      1.169166       1.283145 36538 
     H       0.362597      1.936986      -1.322853 36539 
     H       1.463750      0.760785      -2.083249 36540 
     H       2.107406      1.992456      -0.991888 36541 
     O      -0.114858      1.818773       1.489442 36542 
     H       1.695715      1.113444       2.015905 36543 
     O      -0.354133     -1.145643       1.009651 36544 
     O      -1.375066     -2.119856       0.929839 36545 
     H      -2.171271     -1.566452       0.980249 36546 
     C      -1.137712     -0.533331      -1.207585 36547 
     O      -2.253641      0.086159      -0.596115 36548 
     H      -0.827410      0.022323      -2.090968 36549 
     H      -1.495579     -1.515818      -1.511015 36550 
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     O      -2.033753      1.487301      -0.568921 36551 
     H      -1.563240      1.627887       0.274271 36552 
Rotational constants (GHz):    1.1446700    0.8684500    0.7209400 36553 
Vibrational harmonic frequencies (cm-1): 36554 
    i2189.7022                   88.8550                   99.3974             36555 
      115.5456                  127.4620                  160.3383             36556 
      203.0423                  223.4002                  247.3478             36557 
      259.8374                  279.2860                  285.7003             36558 
      341.3113                  361.2283                  372.0064             36559 
      422.2433                  463.3068                  479.4788             36560 
      519.9656                  554.2104                  609.6289             36561 
      695.6218                  743.4542                  799.1278             36562 
      917.0945                  940.6570                  958.9969             36563 
      984.0772                 1000.2025                 1035.4991             36564 
     1045.8997                 1101.8262                 1146.5636             36565 
     1156.2199                 1188.4190                 1216.6637             36566 
     1242.6256                 1319.1519                 1328.0616             36567 
     1388.8972                 1397.1766                 1409.3648             36568 
     1445.9231                 1468.6888                 1493.6520             36569 
     1499.5553                 1503.6642                 1746.5710             36570 
     1851.7351                 3015.4915                 3078.2102             36571 
     3104.9941                 3154.6490                 3157.2458             36572 
     3173.7803                 3627.3475                 3743.3625             36573 
Zero-point correction (Hartree): 0.151029 36574 
 36575 
 36576 
 36577 
1,5-alpha-hydroperoxide-H-shift in (2R,3R)-2-Me-3,4-diOOH-butanal-2-peroxyl (A, R,R-36578 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 36579 
======================================================================================36580 
==================================================== 36581 
 36582 
TS.diHPCARP_I.15HPHshift.dcmdpddd 36583 
--------------------------------- 36584 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13693901  36585 
Electronic state : 2-A 36586 
Cartesian coordinates (Angs): 36587 
     O      -1.092450      0.523504       1.322983 36588 
     O      -0.220170     -0.366588       1.945396 36589 
     H       0.757208     -0.405801       1.127203 36590 
     C       1.095169     -0.586229      -0.111756 36591 
     C       0.006113      0.206600      -0.797734 36592 
     C      -1.312029      0.067647      -0.006078 36593 
     C      -2.419333      0.932414      -0.584217 36594 
     H      -2.609720      0.638814      -1.614994 36595 
     H      -2.120332      1.978360      -0.566719 36596 
     H      -3.331063      0.809268      -0.001725 36597 
     C      -1.795198     -1.375056       0.041718 36598 
     O      -1.618012     -2.152911      -0.851796 36599 
     H      -2.366373     -1.629981       0.951746 36600 
     H      -0.162803     -0.174155      -1.808449 36601 
     O       0.347480      1.563313      -0.984645 36602 
     O       0.894186      2.100044       0.214060 36603 
     H       0.116831      2.202779       0.783285 36604 
     H       0.982701     -1.666564      -0.203208 36605 
     O       2.340066     -0.147635      -0.459137 36606 
     O       3.279721     -1.103781       0.002595 36607 
     H       3.838645     -0.552546       0.565623 36608 
Rotational constants (GHz):    1.2493100    0.7589500    0.6408800 36609 
Vibrational harmonic frequencies (cm-1): 36610 
    i1789.7801                   62.8435                   92.8482             36611 
       98.4569                  126.9578                  171.6251             36612 
      175.0618                  203.1200                  205.3339             36613 
      238.2172                  256.3937                  295.0948             36614 
      311.0919                  330.0237                  340.3445             36615 
      386.3039                  400.3141                  448.1929             36616 
      491.7130                  550.4239                  600.9992             36617 
      633.8374                  783.3223                  822.7039             36618 
      914.8418                  938.4010                  965.8881             36619 
      975.4062                  993.4958                 1032.3936             36620 
     1064.1759                 1103.9788                 1147.6507             36621 
     1183.1163                 1220.1572                 1235.1655             36622 
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     1249.6711                 1289.6035                 1333.8006             36623 
     1347.2843                 1394.4505                 1396.3660             36624 
     1408.6895                 1430.2071                 1450.5982             36625 
     1490.1347                 1496.0163                 1596.9279             36626 
     1864.3258                 2990.8991                 3078.5377             36627 
     3086.5108                 3119.5202                 3159.0860             36628 
     3165.8348                 3764.4050                 3816.3567             36629 
Zero-point correction (Hartree): 0.149742 36630 
 36631 
TS.diHPCARP_I.15HPHshift.dcmumddd 36632 
--------------------------------- 36633 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13688071  36634 
Electronic state : 2-A 36635 
Cartesian coordinates (Angs): 36636 
     O      -0.894867      0.401898       1.440475 36637 
     O      -0.525274     -0.870018       1.855528 36638 
     H       0.441900     -1.086186       1.136173 36639 
     C       0.829908     -1.160706      -0.132269 36640 
     C       0.112463      0.040022      -0.745496 36641 
     C      -1.169712      0.346673       0.047379 36642 
     C      -1.793496      1.677488      -0.335997 36643 
     H      -1.957622      1.707465      -1.411762 36644 
     H      -1.125905      2.485337      -0.049748 36645 
     H      -2.746967      1.798788       0.176481 36646 
     C      -2.200351     -0.757173      -0.178620 36647 
     O      -2.244497     -1.436630      -1.163952 36648 
     H      -2.936821     -0.845895       0.639302 36649 
     H      -0.199237     -0.237814      -1.757514 36650 
     O       0.943914      1.159446      -0.959532 36651 
     O       1.176554      1.853376       0.257675 36652 
     H       1.828260      1.284847       0.700626 36653 
     H       0.351086     -2.099362      -0.408391 36654 
     O       2.167669     -1.346568      -0.371864 36655 
     O       2.939794     -0.273438       0.154021 36656 
     H       3.166089      0.210465      -0.653956 36657 
Rotational constants (GHz):    1.3375500    0.7782800    0.6852700 36658 
Vibrational harmonic frequencies (cm-1): 36659 
    i2004.0665                   68.8906                   84.6595             36660 
      129.3029                  158.6128                  190.2791             36661 
      208.5212                  222.4274                  243.6435             36662 
      263.9149                  274.4623                  289.6374             36663 
      332.3293                  369.0059                  395.3486             36664 
      430.7177                  442.0526                  457.2431             36665 
      562.6764                  581.1776                  597.0277             36666 
      650.5493                  794.0125                  817.6332             36667 
      901.1424                  935.3981                  959.1006             36668 
      979.5079                  987.2119                 1010.3766             36669 
     1062.2914                 1081.0383                 1146.5256             36670 
     1188.6672                 1194.4827                 1241.1630             36671 
     1245.1152                 1290.8337                 1313.7902             36672 
     1363.4937                 1387.5979                 1395.5484             36673 
     1407.5874                 1425.9469                 1452.0379             36674 
     1483.6857                 1506.1911                 1575.4098             36675 
     1864.1747                 2992.3690                 3066.5694             36676 
     3080.2589                 3137.5619                 3156.1118             36677 
     3181.4520                 3698.9737                 3781.5043             36678 
Zero-point correction (Hartree): 0.150489 36679 
 36680 
TS.diHPCARP_I.15HPHshift.dcmumudd 36681 
--------------------------------- 36682 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13587523  36683 
Electronic state : 2-A 36684 
Cartesian coordinates (Angs): 36685 
     O      -0.799243      0.268862       1.480575 36686 
     O      -0.430990     -1.039560       1.761703 36687 
     H       0.459387     -1.206797       0.955703 36688 
     C       0.836198     -1.130097      -0.320219 36689 
     C       0.067159      0.106293      -0.790853 36690 
     C      -1.163422      0.333495       0.107894 36691 
     C      -1.812979      1.687022      -0.119959 36692 
     H      -2.033900      1.811113      -1.178676 36693 
     H      -1.132879      2.471949       0.198732 36694 
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     H      -2.737882      1.754539       0.451531 36695 
     C      -2.204166     -0.755989      -0.140807 36696 
     O      -2.295457     -1.374095      -1.162626 36697 
     H      -2.901932     -0.897943       0.703368 36698 
     H      -0.319888     -0.117197      -1.790382 36699 
     O       0.850535      1.251522      -1.003346 36700 
     O       1.168297      1.881844       0.227884 36701 
     H       1.991075      1.426630       0.462570 36702 
     H       0.402857     -2.048116      -0.715653 36703 
     O       2.187630     -1.224971      -0.549091 36704 
     O       2.900254     -0.245221       0.194927 36705 
     H       3.288214     -0.785564       0.896252 36706 
Rotational constants (GHz):    1.3290300    0.7806700    0.6865600 36707 
Vibrational harmonic frequencies (cm-1): 36708 
    i1967.7751                   49.8767                   78.1264             36709 
      124.2293                  158.4921                  172.4188             36710 
      205.9607                  223.6857                  236.5595             36711 
      260.1714                  270.3605                  274.6845             36712 
      300.6672                  335.5177                  391.6854             36713 
      429.6220                  450.8963                  454.4801             36714 
      471.6590                  578.8771                  595.0667             36715 
      643.8642                  794.2263                  802.2430             36716 
      900.1439                  934.5428                  954.7634             36717 
      974.9777                  987.2355                 1012.2097             36718 
     1057.7240                 1081.1205                 1148.2032             36719 
     1181.4776                 1196.2084                 1237.6184             36720 
     1242.8167                 1273.6504                 1292.2207             36721 
     1369.3113                 1380.7891                 1396.2121             36722 
     1408.4653                 1413.1784                 1459.4849             36723 
     1482.7625                 1506.2282                 1573.0695             36724 
     1864.3715                 2988.1126                 3063.3571             36725 
     3079.9157                 3132.2071                 3155.9197             36726 
     3182.0927                 3753.2749                 3804.7460             36727 
Zero-point correction (Hartree): 0.149885 36728 
 36729 
TS.diHPCARP_I.15HPHshift.dcmupddd 36730 
--------------------------------- 36731 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13736498  36732 
Electronic state : 2-A 36733 
Cartesian coordinates (Angs): 36734 
     O      -0.939722      0.070175       1.492049 36735 
     O      -0.247276     -1.113377       1.707140 36736 
     H       0.683757     -0.969058       0.922301 36737 
     C       1.089255     -0.664514      -0.293397 36738 
     C      -0.007760      0.281271      -0.759052 36739 
     C      -1.274095      0.127331       0.117282 36740 
     C      -2.226953      1.297106      -0.054161 36741 
     H      -2.444760      1.443112      -1.110469 36742 
     H      -1.762583      2.197090       0.341912 36743 
     H      -3.153875      1.102152       0.483340 36744 
     C      -1.999453     -1.167225      -0.241137 36745 
     O      -1.940007     -1.688419      -1.317881 36746 
     H      -2.625117     -1.563859       0.577731 36747 
     H      -0.304908      0.012890      -1.776551 36748 
     O       0.422291      1.613050      -0.889583 36749 
     O       0.785173      2.117865       0.388957 36750 
     H       1.744226      1.991911       0.377860 36751 
     H       1.084652     -1.643473      -0.771718 36752 
     O       2.326840     -0.060030      -0.329607 36753 
     O       3.314619     -1.049485      -0.112084 36754 
     H       3.517299     -0.932809       0.826441 36755 
Rotational constants (GHz):    1.2582400    0.7449000    0.6367900 36756 
Vibrational harmonic frequencies (cm-1): 36757 
    i1911.2977                   38.4684                   80.8783             36758 
       92.9040                  143.4990                  157.2924             36759 
      169.8200                  211.9688                  221.2556             36760 
      236.1172                  257.0241                  295.6381             36761 
      306.8053                  322.9677                  356.4284             36762 
      371.3456                  404.0303                  456.7667             36763 
      507.6214                  551.6480                  616.4141             36764 
      620.0566                  783.4895                  809.5037             36765 
      925.3738                  942.8453                  973.5205             36766 
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      983.6084                 1005.1343                 1036.4063             36767 
     1079.4622                 1096.6779                 1153.1177             36768 
     1192.0528                 1199.0839                 1235.8336             36769 
     1239.7762                 1296.6702                 1300.9069             36770 
     1364.5299                 1376.2136                 1396.6519             36771 
     1408.1200                 1423.0154                 1427.0194             36772 
     1483.0473                 1500.1256                 1575.3583             36773 
     1864.1293                 2994.7678                 3078.9757             36774 
     3082.6144                 3120.3148                 3158.4245             36775 
     3172.7369                 3794.2459                 3796.8238             36776 
Zero-point correction (Hartree): 0.149652 36777 
 36778 
TS.diHPCARP_I.15HPHshift.dcmupudd 36779 
--------------------------------- 36780 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13729439  36781 
Electronic state : 2-A 36782 
Cartesian coordinates (Angs): 36783 
     O      -0.978833      0.120404       1.481201 36784 
     O      -0.259173     -1.034539       1.749329 36785 
     H       0.694362     -0.888994       0.993832 36786 
     C       1.086708     -0.665411      -0.247534 36787 
     C      -0.001358      0.265653      -0.755080 36788 
     C      -1.283198      0.126314       0.099207 36789 
     C      -2.243995      1.279316      -0.131638 36790 
     H      -2.446041      1.383944      -1.195974 36791 
     H      -1.793741      2.197251       0.238779 36792 
     H      -3.177827      1.095808       0.397832 36793 
     C      -1.984694     -1.188344      -0.231720 36794 
     O      -1.905233     -1.737341      -1.293604 36795 
     H      -2.612655     -1.573245       0.590946 36796 
     H      -0.278947     -0.019763      -1.773639 36797 
     O       0.438055      1.594038      -0.897415 36798 
     O       0.778428      2.116653       0.379490 36799 
     H       1.721241      1.902745       0.434152 36800 
     H       1.054440     -1.677663      -0.650865 36801 
     O       2.325677     -0.076857      -0.358368 36802 
     O       3.288283     -1.019670       0.091934 36803 
     H       3.900760     -1.026772      -0.655021 36804 
Rotational constants (GHz):    1.2633800    0.7444300    0.6388800 36805 
Vibrational harmonic frequencies (cm-1): 36806 
    i1964.0771                   46.3038                   85.4482             36807 
       97.3125                  140.1680                  153.3982             36808 
      174.2346                  183.1080                  217.6548             36809 
      233.3072                  255.0600                  296.4078             36810 
      309.1299                  321.7880                  363.1736             36811 
      389.7387                  414.0222                  452.9791             36812 
      495.3200                  552.6972                  612.0351             36813 
      621.3738                  784.6148                  810.4750             36814 
      925.6727                  941.8560                  974.6027             36815 
      982.5586                 1002.3992                 1038.0593             36816 
     1080.0908                 1099.2020                 1151.9198             36817 
     1190.4786                 1196.6362                 1238.0447             36818 
     1239.7052                 1299.2942                 1310.1652             36819 
     1364.5314                 1380.1119                 1396.0654             36820 
     1407.5644                 1424.2091                 1432.3391             36821 
     1483.0324                 1499.8753                 1570.4458             36822 
     1862.7412                 2995.1386                 3078.8755             36823 
     3080.8375                 3113.2285                 3158.6617             36824 
     3173.0734                 3781.8631                 3819.6364             36825 
Zero-point correction (Hartree): 0.149682 36826 
 36827 
TS.diHPCARP_I.15HPHshift.dcmutudd 36828 
--------------------------------- 36829 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13711440  36830 
Electronic state : 2-A 36831 
Cartesian coordinates (Angs): 36832 
     O      -1.151745      0.441699       1.367991 36833 
     O      -0.812204     -0.788065       1.901499 36834 
     H       0.230522     -0.985069       1.380734 36835 
     C       0.953218     -1.012365       0.233432 36836 
     C       0.195115     -0.001783      -0.613244 36837 
     C      -1.208609      0.300336      -0.041517 36838 
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     C      -1.797847      1.586107      -0.593387 36839 
     H      -1.780436      1.557407      -1.681256 36840 
     H      -1.207245      2.430307      -0.246788 36841 
     H      -2.825992      1.699512      -0.252434 36842 
     C      -2.151448     -0.859197      -0.359677 36843 
     O      -2.035330     -1.564108      -1.319905 36844 
     H      -2.983620     -0.962751       0.358637 36845 
     H       0.030983     -0.408009      -1.615802 36846 
     O       0.977440      1.153297      -0.843278 36847 
     O       1.129126      1.882244       0.367431 36848 
     H       1.840947      1.393930       0.810948 36849 
     H       0.842509     -2.054980      -0.061682 36850 
     O       2.250582     -0.651800       0.532700 36851 
     O       3.025176     -0.819309      -0.671408 36852 
     H       2.845394      0.019403      -1.126252 36853 
Rotational constants (GHz):    1.3266900    0.7435300    0.6846400 36854 
Vibrational harmonic frequencies (cm-1): 36855 
    i1979.5181                   55.0214                   85.9226             36856 
      124.0236                  146.4916                  174.8037             36857 
      190.3905                  225.2119                  232.2208             36858 
      274.9019                  309.4886                  310.5579             36859 
      327.6992                  371.0445                  411.7342             36860 
      432.3803                  457.0153                  502.2554             36861 
      531.2374                  565.8173                  597.2296             36862 
      626.7035                  767.1331                  822.6150             36863 
      919.1379                  927.8837                  938.5048             36864 
      969.6796                  984.3007                  997.6491             36865 
     1049.5693                 1096.6244                 1132.3774             36866 
     1155.3493                 1193.3545                 1207.2283             36867 
     1235.9754                 1240.7873                 1293.7443             36868 
     1353.5507                 1364.2274                 1395.4395             36869 
     1408.2734                 1411.3674                 1441.3806             36870 
     1483.7394                 1502.9917                 1558.5380             36871 
     1867.0586                 2991.5590                 3075.2611             36872 
     3080.6375                 3124.4544                 3158.8168             36873 
     3177.4354                 3736.9862                 3746.7593             36874 
Zero-point correction (Hartree): 0.149818 36875 
 36876 
TS.diHPCARP_I.15HPHshift.dcpdmudd 36877 
--------------------------------- 36878 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13716142  36879 
Electronic state : 2-A 36880 
Cartesian coordinates (Angs): 36881 
     O       1.024016     -0.451682      -1.458586 36882 
     O       0.775980     -1.761983      -1.066036 36883 
     H      -0.170339     -1.590478      -0.303534 36884 
     C      -0.744490     -0.907693       0.664003 36885 
     C      -0.119804      0.472894       0.454535 36886 
     C       1.222284      0.320322      -0.284027 36887 
     C       1.809392      1.650089      -0.725198 36888 
     H       1.851143      2.332872       0.121465 36889 
     H       1.181822      2.084541      -1.498643 36890 
     H       2.813622      1.498145      -1.118779 36891 
     C       2.240662     -0.402694       0.591444 36892 
     O       2.186783     -0.441298       1.786965 36893 
     H       3.066535     -0.859253       0.017790 36894 
     H       0.088573      0.913702       1.435359 36895 
     O      -0.889730      1.363549      -0.309450 36896 
     O      -1.975907      1.803240       0.489179 36897 
     H      -2.698657      1.260311       0.139848 36898 
     H      -0.380503     -1.393068       1.568192 36899 
     O      -2.109716     -1.061059       0.674065 36900 
     O      -2.652785     -0.648089      -0.577159 36901 
     H      -3.069590     -1.465699      -0.878066 36902 
Rotational constants (GHz):    1.3231200    0.7486900    0.6664000 36903 
Vibrational harmonic frequencies (cm-1): 36904 
    i1913.7566                   49.6253                   81.2956             36905 
      106.5191                  117.2712                  157.3647             36906 
      197.9593                  212.2995                  221.1865             36907 
      239.2081                  254.3655                  290.9011             36908 
      320.0607                  336.6825                  360.1262             36909 
      414.8734                  451.9927                  478.2506             36910 
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      492.6091                  560.2058                  587.5781             36911 
      638.9419                  714.7051                  874.9125             36912 
      890.2814                  934.0576                  963.0505             36913 
      974.6286                  992.8398                 1043.5674             36914 
     1057.1924                 1079.8964                 1156.8444             36915 
     1179.8309                 1195.3463                 1232.7409             36916 
     1247.1959                 1260.9853                 1302.7751             36917 
     1359.2219                 1370.6230                 1396.7354             36918 
     1410.2697                 1420.6849                 1445.7276             36919 
     1485.5314                 1498.0451                 1583.4666             36920 
     1866.4403                 2988.5172                 3051.6719             36921 
     3079.2267                 3139.1261                 3156.7879             36922 
     3175.9127                 3767.8193                 3822.2722             36923 
Zero-point correction (Hartree): 0.149649 36924 
 36925 
TS.diHPCARP_I.15HPHshift.dcpdpddd 36926 
--------------------------------- 36927 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13848922  36928 
Electronic state : 2-A 36929 
Cartesian coordinates (Angs): 36930 
     O       1.123490     -0.519731      -1.447069 36931 
     O       0.543503     -1.753112      -1.171981 36932 
     H      -0.443343     -1.392673      -0.516521 36933 
     C      -0.995390     -0.610480       0.373460 36934 
     C      -0.029745      0.566603       0.377126 36935 
     C       1.330070      0.138994      -0.209703 36936 
     C       2.247033      1.319192      -0.479789 36937 
     H       2.323227      1.937367       0.412956 36938 
     H       1.839368      1.917750      -1.289984 36939 
     H       3.237432      0.961791      -0.758333 36940 
     C       2.031368     -0.831610       0.735571 36941 
     O       1.812321     -0.892038       1.910984 36942 
     H       2.797955     -1.452284       0.239178 36943 
     H       0.143776      0.908887       1.400646 36944 
     O      -0.497522      1.637728      -0.409228 36945 
     O      -1.440068      2.368296       0.358373 36946 
     H      -2.270226      1.926087       0.129481 36947 
     H      -0.998623     -1.221534       1.275280 36948 
     O      -2.257421     -0.218055      -0.018305 36949 
     O      -3.142805     -1.306373       0.161560 36950 
     H      -3.261573     -1.615301      -0.747361 36951 
Rotational constants (GHz):    1.1903700    0.7418800    0.6107200 36952 
Vibrational harmonic frequencies (cm-1): 36953 
    i1863.4927                   39.8588                   80.8319             36954 
       87.8305                  130.9144                  154.1508             36955 
      179.8782                  207.8774                  227.1449             36956 
      252.7071                  264.0221                  287.9113             36957 
      310.9912                  324.5567                  359.4578             36958 
      399.7866                  409.0607                  451.5047             36959 
      510.5585                  551.0625                  603.3091             36960 
      625.7430                  709.9441                  865.0808             36961 
      931.7463                  936.0590                  972.5992             36962 
      990.7896                 1038.4196                 1048.2297             36963 
     1073.0572                 1094.9476                 1161.1517             36964 
     1179.1345                 1198.6652                 1235.4987             36965 
     1250.6479                 1277.9704                 1307.7897             36966 
     1353.1300                 1365.6274                 1396.0754             36967 
     1410.5577                 1425.8326                 1438.1514             36968 
     1485.4603                 1498.1317                 1577.8858             36969 
     1866.7366                 2989.8600                 3076.3466             36970 
     3080.0419                 3125.0687                 3157.7028             36971 
     3174.9548                 3781.4565                 3797.2305             36972 
Zero-point correction (Hartree): 0.149747 36973 
 36974 
TS.diHPCARP_I.15HPHshift.dcpdpudd 36975 
--------------------------------- 36976 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13674039  36977 
Electronic state : 2-A 36978 
Cartesian coordinates (Angs): 36979 
     O       1.186525     -0.401189      -1.466607 36980 
     O       0.537292     -1.622995      -1.336901 36981 
     H      -0.481503     -1.282403      -0.723719 36982 
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     C      -0.994258     -0.621283       0.287930 36983 
     C      -0.033915      0.551635       0.383475 36984 
     C       1.345184      0.139119      -0.167620 36985 
     C       2.299833      1.314691      -0.290389 36986 
     H       2.357440      1.842792       0.659736 36987 
     H       1.937877      1.996662      -1.055019 36988 
     H       3.291363      0.958019      -0.565876 36989 
     C       1.980587     -0.922920       0.722930 36990 
     O       1.726243     -1.055735       1.885657 36991 
     H       2.737555     -1.536979       0.204035 36992 
     H       0.097843      0.854628       1.426013 36993 
     O      -0.456782      1.654726      -0.384251 36994 
     O      -1.435510      2.363192       0.358496 36995 
     H      -2.255221      1.978430       0.018277 36996 
     H      -0.912955     -1.350958       1.094154 36997 
     O      -2.285254     -0.203726       0.058916 36998 
     O      -3.103796     -1.359066      -0.037977 36999 
     H      -3.706720     -1.229287       0.705766 37000 
Rotational constants (GHz):    1.1854700    0.7410800    0.6114200 37001 
Vibrational harmonic frequencies (cm-1): 37002 
    i1932.8293                   52.7047                   91.4960             37003 
       92.2500                  135.2294                  150.1755             37004 
      168.0760                  188.1439                  198.2490             37005 
      231.0804                  249.7853                  282.5247             37006 
      307.1732                  322.2171                  355.2134             37007 
      393.3652                  400.8053                  448.0818             37008 
      491.1477                  550.9390                  596.4057             37009 
      627.7033                  702.4722                  870.5767             37010 
      926.9245                  935.2016                  971.0443             37011 
      988.3122                 1037.3749                 1049.6168             37012 
     1072.2348                 1096.2615                 1161.3338             37013 
     1178.9255                 1203.6675                 1237.4688             37014 
     1252.3252                 1298.7948                 1305.1941             37015 
     1349.3283                 1376.7681                 1396.3473             37016 
     1408.9588                 1424.1350                 1434.3126             37017 
     1486.0130                 1498.8132                 1573.5188             37018 
     1865.1899                 2991.2790                 3069.6438             37019 
     3080.0089                 3112.0532                 3157.2152             37020 
     3176.4074                 3797.7679                 3815.2915             37021 
Zero-point correction (Hartree): 0.149524 37022 
 37023 
TS.diHPCARP_I.15HPHshift.dlpdtddd 37024 
--------------------------------- 37025 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13830141  37026 
Electronic state : 2-A 37027 
Cartesian coordinates (Angs): 37028 
     O       0.773357     -0.988003      -1.210845 37029 
     O       0.424852     -2.060616      -0.399334 37030 
     H      -0.405082     -1.504082       0.322699 37031 
     C      -1.037679     -0.422745       0.689646 37032 
     C       0.006853      0.648171       0.407871 37033 
     C       1.215706      0.054821      -0.357972 37034 
     C       1.937973      1.071542      -1.226365 37035 
     H       2.186817      1.949628      -0.634182 37036 
     H       1.295835      1.373799      -2.049499 37037 
     H       2.850127      0.628757      -1.624453 37038 
     C       2.226747     -0.545008       0.619178 37039 
     O       2.355146     -0.192889       1.754825 37040 
     H       2.874293     -1.310095       0.156073 37041 
     H       0.377057      1.049877       1.353511 37042 
     O      -0.509502      1.691344      -0.389851 37043 
     O      -1.506583      2.355871       0.367827 37044 
     H      -2.310662      1.915054       0.056429 37045 
     H      -1.346148     -0.574165       1.722452 37046 
     O      -2.099085     -0.293842      -0.181011 37047 
     O      -3.037092     -1.311826       0.116529 37048 
     H      -2.828575     -1.969771      -0.562299 37049 
Rotational constants (GHz):    1.2148900    0.7673800    0.6125600 37050 
Vibrational harmonic frequencies (cm-1): 37051 
    i1854.2365                   20.6444                   63.1979             37052 
      101.8251                  125.8095                  175.4205             37053 
      187.7744                  238.3235                  241.0072             37054 
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      251.1689                  253.0488                  293.5065             37055 
      314.6791                  326.4798                  361.7468             37056 
      405.2093                  426.4181                  468.5840             37057 
      540.8015                  571.2142                  615.5182             37058 
      649.8611                  748.9342                  834.2580             37059 
      927.5734                  951.0832                  973.3094             37060 
      993.5403                 1040.1257                 1047.1289             37061 
     1066.9627                 1086.5697                 1149.1041             37062 
     1180.7023                 1185.4976                 1195.5563             37063 
     1232.2513                 1244.0393                 1327.9105             37064 
     1357.7210                 1378.7982                 1396.0780             37065 
     1409.8956                 1424.4026                 1433.8457             37066 
     1484.5595                 1499.0394                 1608.5833             37067 
     1871.5960                 2989.3339                 3079.9979             37068 
     3088.4424                 3127.3563                 3159.4968             37069 
     3175.0197                 3775.7416                 3785.2371             37070 
Zero-point correction (Hartree): 0.150045 37071 
 37072 
TS.diHPCARP_I.15HPHshift.dmpumdud 37073 
--------------------------------- 37074 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13728805  37075 
Electronic state : 2-A 37076 
Cartesian coordinates (Angs): 37077 
     O      -0.299751     -1.906848       0.109667 37078 
     O       0.164610     -1.864268      -1.200993 37079 
     H       0.948535     -0.895295      -1.132138 37080 
     C       1.220333      0.295471      -0.690141 37081 
     C       0.296117      0.362662       0.506072 37082 
     C      -0.881136     -0.641339       0.388829 37083 
     C      -1.608992     -0.771126       1.717966 37084 
     H      -1.946898      0.212510       2.037934 37085 
     H      -0.922715     -1.177969       2.459422 37086 
     H      -2.464127     -1.439942       1.628879 37087 
     C      -1.934416     -0.383404      -0.677989 37088 
     O      -2.371717      0.694658      -0.980147 37089 
     H      -2.341748     -1.310813      -1.113006 37090 
     H       0.856361      0.030527       1.380543 37091 
     O      -0.106173      1.677163       0.854380 37092 
     O      -0.425981      2.451235      -0.290182 37093 
     H      -1.319647      2.131314      -0.510055 37094 
     H       0.957581      0.962750      -1.505656 37095 
     O       2.560539      0.461750      -0.468402 37096 
     O       2.971870     -0.473490       0.524911 37097 
     H       3.734048     -0.008263       0.891784 37098 
Rotational constants (GHz):    1.1775100    0.8262200    0.6498000 37099 
Vibrational harmonic frequencies (cm-1): 37100 
    i1915.7196                   26.3691                   67.6527             37101 
      105.3186                  155.4183                  156.9094             37102 
      179.9128                  221.4031                  233.5865             37103 
      249.5573                  265.3337                  272.3109             37104 
      319.8809                  322.8551                  413.2557             37105 
      422.4798                  458.0346                  505.3481             37106 
      559.9673                  587.9125                  604.1911             37107 
      617.2588                  691.2407                  876.4031             37108 
      922.1524                  933.0003                  953.9853             37109 
      975.8667                 1000.3702                 1019.3688             37110 
     1062.3875                 1107.6678                 1131.6682             37111 
     1169.2240                 1200.0411                 1210.8082             37112 
     1248.5121                 1264.0464                 1310.8231             37113 
     1363.3841                 1400.1349                 1401.3947             37114 
     1417.7392                 1468.4401                 1487.9225             37115 
     1497.4902                 1503.2385                 1579.2378             37116 
     1851.5740                 3011.3569                 3072.6893             37117 
     3114.3603                 3150.0030                 3167.0186             37118 
     3171.6577                 3635.4037                 3836.3926             37119 
Zero-point correction (Hartree): 0.150250 37120 
 37121 
TS.diHPCARP_I.15HPHshift.dmpumuud 37122 
--------------------------------- 37123 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13869336  37124 
Electronic state : 2-A 37125 
Cartesian coordinates (Angs): 37126 
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     O       0.307482     -1.738473      -0.116878 37127 
     O       0.612372     -1.418483      -1.438500 37128 
     H       0.997290     -0.229342      -1.299041 37129 
     C       1.171210      0.820319      -0.569055 37130 
     C       0.182727      0.553081       0.552281 37131 
     C      -0.618562     -0.767131       0.350950 37132 
     C      -1.150898     -1.268313       1.685411 37133 
     H      -1.744319     -0.479686       2.145149 37134 
     H      -0.309865     -1.514753       2.332208 37135 
     H      -1.766893     -2.157153       1.555372 37136 
     C      -1.794794     -0.784432      -0.619131 37137 
     O      -2.598536      0.092298      -0.781317 37138 
     H      -1.905122     -1.762053      -1.117848 37139 
     H       0.763381      0.394366       1.461954 37140 
     O      -0.628892      1.666718       0.864334 37141 
     O      -1.115711      2.281941      -0.317579 37142 
     H      -1.926127      1.768081      -0.482224 37143 
     H       0.950497      1.690328      -1.179083 37144 
     O       2.503404      0.867800      -0.233820 37145 
     O       2.839534     -0.258020       0.557575 37146 
     H       2.845833     -0.981199      -0.089743 37147 
Rotational constants (GHz):    1.2213500    0.8416800    0.6682200 37148 
Vibrational harmonic frequencies (cm-1): 37149 
    i1769.5216                   40.4911                   85.5427             37150 
      106.2661                  166.7735                  169.2942             37151 
      228.2946                  245.8476                  257.6303             37152 
      268.9937                  283.0602                  293.2940             37153 
      322.8887                  329.6450                  402.3944             37154 
      424.8568                  465.2875                  530.6413             37155 
      576.6787                  606.9747                  615.8770             37156 
      641.1000                  690.6398                  868.3413             37157 
      921.5442                  945.2008                  961.3145             37158 
      975.7255                 1001.0682                 1021.4728             37159 
     1067.9434                 1095.4589                 1140.1050             37160 
     1160.3383                 1198.9076                 1200.0330             37161 
     1222.6911                 1258.7383                 1305.4087             37162 
     1358.5701                 1400.2593                 1412.0087             37163 
     1422.2654                 1440.8741                 1484.9849             37164 
     1488.0758                 1502.0521                 1581.2785             37165 
     1856.9702                 3007.0011                 3070.2163             37166 
     3107.9973                 3150.4004                 3161.0399             37167 
     3182.0869                 3654.0096                 3744.8376             37168 
Zero-point correction (Hartree): 0.150636 37169 
 37170 
TS.diHPCARP_I.15HPHshift.dmpupuud 37171 
--------------------------------- 37172 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13848341  37173 
Electronic state : 2-A 37174 
Cartesian coordinates (Angs): 37175 
     O      -0.861013     -1.852689       0.329847 37176 
     O      -0.058136     -2.089279      -0.781645 37177 
     H       0.889627     -1.291271      -0.561137 37178 
     C       1.274850     -0.115669      -0.182710 37179 
     C       0.127095      0.278477       0.710264 37180 
     C      -1.178302     -0.470247       0.328807 37181 
     C      -2.250211     -0.257158       1.385733 37182 
     H      -2.422350      0.809523       1.513046 37183 
     H      -1.909350     -0.683673       2.328227 37184 
     H      -3.179617     -0.746081       1.096836 37185 
     C      -1.791341     -0.141817      -1.023178 37186 
     O      -1.816496      0.950091      -1.525285 37187 
     H      -2.296136     -1.002567      -1.491566 37188 
     H       0.361970     -0.069302       1.719978 37189 
     O      -0.047700      1.674940       0.875462 37190 
     O       0.173473      2.380311      -0.334256 37191 
     H      -0.651009      2.210351      -0.824825 37192 
     H       1.372134      0.426773      -1.120038 37193 
     O       2.432299     -0.153885       0.550093 37194 
     O       3.510795     -0.383251      -0.342756 37195 
     H       4.076406      0.374811      -0.145690 37196 
Rotational constants (GHz):    1.2008900    0.7577300    0.6091300 37197 
Vibrational harmonic frequencies (cm-1): 37198 
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    i1878.3814                   36.3840                   72.0573             37199 
       98.3744                  132.3057                  161.4468             37200 
      183.3691                  205.5539                  222.9545             37201 
      244.3833                  266.3023                  273.4223             37202 
      304.1677                  331.1055                  358.7506             37203 
      434.9161                  456.5707                  511.0813             37204 
      524.9147                  570.9990                  594.7175             37205 
      633.7793                  701.4251                  858.7320             37206 
      927.4019                  946.6765                  972.4828             37207 
     1003.4572                 1025.5712                 1041.7948             37208 
     1063.6391                 1118.3651                 1139.0024             37209 
     1165.2254                 1202.5828                 1228.8916             37210 
     1262.5513                 1280.5563                 1332.5539             37211 
     1356.2441                 1402.1486                 1415.1312             37212 
     1418.5423                 1433.8556                 1488.7097             37213 
     1496.7357                 1502.6894                 1571.2993             37214 
     1850.9913                 3015.3941                 3073.6495             37215 
     3078.5243                 3149.0358                 3150.8827             37216 
     3168.4043                 3643.1439                 3816.6047             37217 
Zero-point correction (Hartree): 0.150178 37218 
 37219 
TS.diHPCARP_I.15HPHshift.dmtdmdud 37220 
--------------------------------- 37221 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13828807  37222 
Electronic state : 2-A 37223 
Cartesian coordinates (Angs): 37224 
     O       0.331616     -1.736685       0.251405 37225 
     O       0.735000     -1.820358      -1.070940 37226 
     H       1.296721     -0.733897      -1.174370 37227 
     C       1.366825      0.526657      -0.857547 37228 
     C       0.184957      0.687939       0.086107 37229 
     C      -0.579530     -0.655404       0.370949 37230 
     C      -1.078586     -0.717252       1.808318 37231 
     H      -1.750743      0.114798       1.999475 37232 
     H      -0.221720     -0.649615       2.477447 37233 
     H      -1.595285     -1.658045       1.991535 37234 
     C      -1.749809     -0.929657      -0.568736 37235 
     O      -2.694691     -0.199885      -0.707094 37236 
     H      -1.700710     -1.908072      -1.071464 37237 
     H       0.553609      1.055968       1.045522 37238 
     O      -0.611565      1.675046      -0.531841 37239 
     O      -1.638340      2.062549       0.367470 37240 
     H      -2.365885      1.492804       0.055964 37241 
     H       1.253468      1.073602      -1.790602 37242 
     O       2.604041      0.837821      -0.362584 37243 
     O       2.788577      0.081202       0.831800 37244 
     H       3.550301      0.541245       1.206224 37245 
Rotational constants (GHz):    1.2883500    0.7898800    0.6433300 37246 
Vibrational harmonic frequencies (cm-1): 37247 
    i1897.6304                   43.9965                   78.8055             37248 
      110.6377                  120.3015                  159.3073             37249 
      195.8405                  226.8874                  235.1239             37250 
      245.4542                  278.8469                  294.7815             37251 
      302.7434                  333.6096                  389.3079             37252 
      427.3365                  500.8948                  514.3153             37253 
      546.0007                  574.2969                  620.5491             37254 
      632.6512                  679.4573                  838.3317             37255 
      925.2811                  946.9006                  972.1730             37256 
      980.2889                  998.6928                 1043.9324             37257 
     1075.9990                 1084.2192                 1157.7181             37258 
     1165.2637                 1203.1181                 1208.0909             37259 
     1220.2044                 1240.2129                 1296.3003             37260 
     1363.8977                 1387.0723                 1401.3335             37261 
     1418.6292                 1472.4184                 1478.4943             37262 
     1487.7718                 1501.4699                 1581.3417             37263 
     1847.5239                 3024.9056                 3076.8875             37264 
     3090.5886                 3152.0997                 3155.6589             37265 
     3181.2811                 3647.2882                 3836.5307             37266 
Zero-point correction (Hartree): 0.150298 37267 
 37268 
TS.diHPCARP_I.15HPHshift.dmtdmuud 37269 
--------------------------------- 37270 
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IRC pathway available 37271 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.16773798  37272 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.04662858  37273 
     T1 diagnostic:  0.019659  37274 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00763091  37275 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02449712  37276 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01510962  37277 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02877825  37278 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47327164  37279 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46257972  37280 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14099454  37281 
Electronic state : 2-A 37282 
Cartesian coordinates (Angs): 37283 
     O       0.554214     -1.635282       0.088188 37284 
     O       0.869512     -1.592924      -1.264351 37285 
     H       1.274270     -0.417365      -1.337058 37286 
     C       1.333025      0.768323      -0.826015 37287 
     C       0.112847      0.772587       0.077561 37288 
     C      -0.460945     -0.670702       0.341937 37289 
     C      -0.838780     -0.851193       1.804249 37290 
     H      -1.601229     -0.121668       2.067940 37291 
     H       0.044522     -0.684897       2.419815 37292 
     H      -1.216735     -1.856276       1.984218 37293 
     C      -1.659304     -1.048844      -0.527147 37294 
     O      -2.696613     -0.444582      -0.557243 37295 
     H      -1.526127     -1.989720      -1.083623 37296 
     H       0.400387      1.193164       1.043034 37297 
     O      -0.804391      1.631352      -0.557454 37298 
     O      -1.823905      1.951062       0.375996 37299 
     H      -2.502834      1.297432       0.128860 37300 
     H       1.275116      1.471958      -1.653148 37301 
     O       2.554856      0.936871      -0.221404 37302 
     O       2.622361      0.157458       0.959601 37303 
     H       2.723303     -0.745286       0.619786 37304 
Rotational constants (GHz):    1.3072000    0.8059200    0.6644500 37305 
Vibrational harmonic frequencies (cm-1): 37306 
    i1797.7005                   37.9894                  104.9619             37307 
      123.7954                  154.3671                  180.8218             37308 
      214.0793                  244.8640                  255.7255             37309 
      272.6554                  293.5346                  297.5978             37310 
      312.0626                  332.9538                  376.8181             37311 
      434.0661                  500.8078                  518.7620             37312 
      549.9621                  599.8501                  602.9098             37313 
      656.3196                  691.7828                  820.0155             37314 
      922.2341                  951.8938                  972.9652             37315 
      980.7531                 1004.7804                 1051.5604             37316 
     1078.1702                 1085.5141                 1161.0681             37317 
     1166.6132                 1199.2608                 1202.2805             37318 
     1216.7783                 1236.2265                 1297.3094             37319 
     1360.3076                 1402.4818                 1405.7180             37320 
     1420.9312                 1443.3644                 1477.6062             37321 
     1487.8160                 1502.5201                 1594.6741             37322 
     1851.5868                 3026.2400                 3074.3681             37323 
     3088.2886                 3154.0194                 3154.1441             37324 
     3169.6972                 3649.0356                 3758.8718             37325 
Zero-point correction (Hartree): 0.150646 37326 
 37327 
TS.diHPCARP_I.15HPHshift.dmtdpdud 37328 
--------------------------------- 37329 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14045600  37330 
Electronic state : 2-A 37331 
Cartesian coordinates (Angs): 37332 
     O       0.388499     -1.640100       0.296088 37333 
     O       0.882091     -1.615977      -1.000859 37334 
     H       1.301590     -0.462959      -1.026400 37335 
     C       1.364682      0.691161      -0.419363 37336 
     C       0.010742      0.766370       0.242259 37337 
     C      -0.639974     -0.666231       0.387438 37338 
     C      -1.269424     -0.850464       1.760202 37339 
     H      -2.026752     -0.084342       1.911144 37340 
     H      -0.496840     -0.746379       2.520967 37341 
     H      -1.722895     -1.836335       1.848778 37342 
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     C      -1.683267     -1.006799      -0.674106 37343 
     O      -2.658932     -0.347547      -0.910747 37344 
     H      -1.511196     -1.975868      -1.167662 37345 
     H       0.136150      1.163023       1.254411 37346 
     O      -0.744548      1.667207      -0.524399 37347 
     O      -1.911381      1.996050       0.212140 37348 
     H      -2.546033      1.362906      -0.171920 37349 
     H       1.581097      1.446539      -1.173329 37350 
     O       2.327818      0.559497       0.551886 37351 
     O       3.579759      0.393197      -0.087649 37352 
     H       3.681866     -0.569420      -0.066252 37353 
Rotational constants (GHz):    1.3966200    0.7133100    0.5897400 37354 
Vibrational harmonic frequencies (cm-1): 37355 
    i1808.9510                   36.6965                   60.4521             37356 
      112.7706                  160.2272                  178.0417             37357 
      195.8868                  237.8887                  247.5458             37358 
      263.8351                  276.9480                  295.1320             37359 
      306.0853                  330.6000                  375.9810             37360 
      437.8468                  471.2694                  496.4133             37361 
      558.7791                  601.1895                  617.8055             37362 
      634.2720                  716.8572                  804.6341             37363 
      924.9705                  961.9267                  980.4192             37364 
     1004.1557                 1032.7914                 1063.3729             37365 
     1078.7872                 1106.8014                 1163.7899             37366 
     1169.8750                 1179.9350                 1209.5582             37367 
     1223.9726                 1227.8290                 1289.4308             37368 
     1357.3916                 1391.5552                 1402.3112             37369 
     1420.2228                 1427.3877                 1480.0754             37370 
     1487.5605                 1501.4326                 1628.5323             37371 
     1850.1054                 3025.9883                 3057.5898             37372 
     3074.6212                 3125.2793                 3153.3681             37373 
     3170.3190                 3618.7981                 3782.4883             37374 
Zero-point correction (Hartree): 0.150336 37375 
 37376 
TS.diHPCARP_I.15HPHshift.dppdmudd 37377 
--------------------------------- 37378 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13722840  37379 
Electronic state : 2-A 37380 
Cartesian coordinates (Angs): 37381 
     O       0.809069      1.092976       1.020801 37382 
     O       0.744500      2.046551       0.009087 37383 
     H      -0.069057      1.508534      -0.753414 37384 
     C      -0.866112      0.524022      -1.074948 37385 
     C      -0.144141     -0.641540      -0.391179 37386 
     C       1.080326     -0.163935       0.417481 37387 
     C       1.469961     -1.114449       1.536580 37388 
     H       1.578181     -2.122043       1.140501 37389 
     H       0.694119     -1.118448       2.297960 37390 
     H       2.411121     -0.792893       1.980670 37391 
     C       2.287596      0.025319      -0.501930 37392 
     O       2.435505     -0.540726      -1.544931 37393 
     H       3.045589      0.711574      -0.084674 37394 
     H       0.232393     -1.305711      -1.174254 37395 
     O      -0.981435     -1.362029       0.478050 37396 
     O      -1.993756     -1.964623      -0.311214 37397 
     H      -2.720978     -1.333752      -0.208729 37398 
     H      -0.914164      0.475258      -2.159434 37399 
     O      -2.122205      0.863822      -0.631744 37400 
     O      -2.095222      1.142457       0.760175 37401 
     H      -1.594629      1.973551       0.803551 37402 
Rotational constants (GHz):    1.2704600    0.8163200    0.6900600 37403 
Vibrational harmonic frequencies (cm-1): 37404 
    i1839.1734                   32.3923                   92.2390             37405 
      118.3002                  129.1745                  173.4986             37406 
      201.2260                  224.8149                  233.6102             37407 
      247.8527                  284.6661                  297.2693             37408 
      329.5109                  336.3706                  355.1391             37409 
      369.6615                  414.0651                  471.3876             37410 
      554.2889                  565.6162                  625.5379             37411 
      643.5252                  764.9505                  824.3302             37412 
      909.6358                  929.8885                  961.6305             37413 
      970.3929                 1002.8509                 1033.4593             37414 
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     1052.2884                 1077.7714                 1151.3494             37415 
     1181.5051                 1189.3205                 1213.8508             37416 
     1240.5848                 1249.2502                 1324.3354             37417 
     1370.5298                 1382.5225                 1396.0540             37418 
     1409.5215                 1429.4260                 1454.7453             37419 
     1484.2655                 1498.5618                 1579.7610             37420 
     1871.6954                 2988.3385                 3068.2338             37421 
     3079.7303                 3158.1186                 3159.8172             37422 
     3174.2186                 3736.1882                 3782.1096             37423 
Zero-point correction (Hartree): 0.149907 37424 
 37425 
TS.diHPCARP_I.15HPHshift.dtpdmdud 37426 
--------------------------------- 37427 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13738405  37428 
Electronic state : 2-A 37429 
Cartesian coordinates (Angs): 37430 
     O      -0.352547     -1.415725       0.806599 37431 
     O      -0.483180     -0.582355       1.911021 37432 
     H      -1.019949      0.402273       1.357210 37433 
     C      -1.286762      1.038504       0.266625 37434 
     C      -0.171451      0.547952      -0.643969 37435 
     C       0.496382     -0.783444      -0.147509 37436 
     C       0.641878     -1.761211      -1.300627 37437 
     H       1.298968     -1.316680      -2.046250 37438 
     H      -0.335648     -1.956032      -1.739446 37439 
     H       1.078976     -2.697741      -0.959371 37440 
     C       1.862898     -0.587110       0.505566 37441 
     O       2.845175     -0.277001      -0.109102 37442 
     H       1.888541     -0.814299       1.583465 37443 
     H      -0.605393      0.351514      -1.625266 37444 
     O       0.757364      1.574343      -0.898250 37445 
     O       1.210277      2.067137       0.360454 37446 
     H       2.161604      1.910655       0.283807 37447 
     H      -1.241506      2.098016       0.503320 37448 
     O      -2.573335      0.751859      -0.126990 37449 
     O      -2.645121     -0.566784      -0.642324 37450 
     H      -2.552330     -1.117636       0.150751 37451 
Rotational constants (GHz):    1.3119000    0.8265300    0.6958600 37452 
Vibrational harmonic frequencies (cm-1): 37453 
    i1818.9208                   25.5841                   82.2365             37454 
      131.5120                  134.4918                  192.7086             37455 
      195.3972                  203.9573                  258.7728             37456 
      276.3213                  290.2531                  291.0145             37457 
      313.4890                  321.2170                  391.4869             37458 
      424.2559                  441.4644                  466.7558             37459 
      515.7510                  580.9178                  635.8573             37460 
      650.0616                  690.8336                  841.1429             37461 
      919.1363                  954.5072                  969.6371             37462 
      977.1715                  994.3044                 1026.4906             37463 
     1075.4086                 1085.1553                 1141.2568             37464 
     1164.2292                 1196.7417                 1201.3769             37465 
     1216.2035                 1234.9548                 1300.9093             37466 
     1344.8562                 1397.4527                 1398.3427             37467 
     1411.1796                 1426.2603                 1447.4671             37468 
     1488.5071                 1504.6823                 1598.1401             37469 
     1851.9263                 3016.0734                 3074.1625             37470 
     3109.5620                 3158.0163                 3162.7026             37471 
     3167.1176                 3754.6022                 3802.8000             37472 
Zero-point correction (Hartree): 0.150192 37473 
 37474 
TS.diHPCARP_I.15HPHshift.umpupdud 37475 
--------------------------------- 37476 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13543278  37477 
Electronic state : 2-A 37478 
Cartesian coordinates (Angs): 37479 
     O       0.735055      0.027167       1.511827 37480 
     O      -0.567465     -0.164721       1.948438 37481 
     H      -1.219465      0.284814       0.983405 37482 
     C      -1.380685      0.437265      -0.309036 37483 
     C       0.058136      0.345646      -0.755179 37484 
     C       0.891127     -0.537100       0.209505 37485 
     C       0.537422     -2.009978       0.146013 37486 
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     H       0.818000     -2.394176      -0.832845 37487 
     H      -0.523349     -2.170688       0.308178 37488 
     H       1.097928     -2.547124       0.909689 37489 
     C       2.365701     -0.323633      -0.123328 37490 
     O       2.867750     -0.798492      -1.098596 37491 
     H       2.934286      0.296485       0.591858 37492 
     H       0.136735     -0.075650      -1.760677 37493 
     O       0.640351      1.636619      -0.853090 37494 
     O       0.220579      2.444132       0.239270 37495 
     H       0.740890      2.098670       0.980935 37496 
     H      -1.860442      1.402800      -0.450152 37497 
     O      -2.104153     -0.625398      -0.798618 37498 
     O      -3.463253     -0.429105      -0.447447 37499 
     H      -3.585688     -1.089947       0.247499 37500 
Rotational constants (GHz):    1.2674500    0.7152700    0.6416000 37501 
Vibrational harmonic frequencies (cm-1): 37502 
    i1880.3994                   67.6011                   75.3777             37503 
       87.8583                  145.2640                  156.0459             37504 
      176.6308                  196.8562                  205.8084             37505 
      225.4632                  254.2593                  286.8101             37506 
      300.3422                  333.5377                  360.1275             37507 
      389.2064                  420.0853                  452.9430             37508 
      502.9419                  563.3443                  612.1126             37509 
      672.7533                  728.7188                  845.2994             37510 
      904.5049                  943.1006                  951.5132             37511 
      993.4614                 1007.5860                 1034.7194             37512 
     1075.9525                 1097.4772                 1129.0057             37513 
     1151.8818                 1199.4227                 1207.8256             37514 
     1244.9007                 1263.2367                 1274.9463             37515 
     1316.4335                 1391.1720                 1400.7354             37516 
     1414.5929                 1422.8537                 1445.3758             37517 
     1486.8627                 1499.6648                 1592.5140             37518 
     1876.5066                 2983.1760                 3085.1115             37519 
     3087.2215                 3147.6206                 3160.1286             37520 
     3191.3232                 3751.7982                 3803.2221             37521 
Zero-point correction (Hartree): 0.149437 37522 
 37523 
TS.diHPCARP_I.15HPHshift.umpupuud 37524 
--------------------------------- 37525 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13506853  37526 
Electronic state : 2-A 37527 
Cartesian coordinates (Angs): 37528 
     O       0.759449      0.068134       1.506486 37529 
     O      -0.533706     -0.119231       1.970729 37530 
     H      -1.209741      0.273763       0.998313 37531 
     C      -1.380093      0.430311      -0.294086 37532 
     C       0.053464      0.331463      -0.754196 37533 
     C       0.893878     -0.534094       0.219567 37534 
     C       0.520982     -2.003985       0.201851 37535 
     H       0.779764     -2.417241      -0.771294 37536 
     H      -0.538651     -2.146358       0.388688 37537 
     H       1.089204     -2.527258       0.969569 37538 
     C       2.364344     -0.347086      -0.141532 37539 
     O       2.837294     -0.827131      -1.129127 37540 
     H       2.959793      0.257264       0.565279 37541 
     H       0.124363     -0.110415      -1.751500 37542 
     O       0.636730      1.619028      -0.883580 37543 
     O       0.227955      2.450923       0.194659 37544 
     H       0.740207      2.107318       0.943146 37545 
     H      -1.855276      1.400983      -0.416805 37546 
     O      -2.107499     -0.623795      -0.790434 37547 
     O      -3.427198     -0.502270      -0.273497 37548 
     H      -3.949315     -0.622965      -1.076898 37549 
Rotational constants (GHz):    1.2618000    0.7175100    0.6447400 37550 
Vibrational harmonic frequencies (cm-1): 37551 
    i1911.1504                   71.2373                   75.3154             37552 
       89.4492                  113.9289                  147.3304             37553 
      159.9423                  179.8366                  203.7741             37554 
      211.3544                  253.7117                  286.5665             37555 
      300.9999                  334.2115                  363.1512             37556 
      391.2767                  432.1267                  453.9919             37557 
      505.1788                  559.4121                  607.6958             37558 
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      673.4019                  725.1229                  846.4523             37559 
      905.3813                  944.3364                  952.2138             37560 
      993.3509                 1007.4047                 1032.3054             37561 
     1075.1292                 1099.5672                 1128.9903             37562 
     1151.4729                 1195.7690                 1204.4981             37563 
     1241.1758                 1262.5428                 1275.8932             37564 
     1315.6308                 1392.7255                 1400.9036             37565 
     1414.3282                 1430.5988                 1448.2673             37566 
     1486.8103                 1501.5318                 1591.2371             37567 
     1875.2150                 2982.9344                 3083.3171             37568 
     3085.5445                 3141.1800                 3158.6442             37569 
     3189.7485                 3748.6268                 3825.8256             37570 
Zero-point correction (Hartree): 0.149285 37571 
 37572 
TS.diHPCARP_I.15HPHshift.umtumddd 37573 
--------------------------------- 37574 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13589719  37575 
Electronic state : 2-A 37576 
Cartesian coordinates (Angs): 37577 
     O      -0.491780     -1.927286      -0.612895 37578 
     O       0.808444     -2.337504      -0.369065 37579 
     H       1.418906     -1.311488      -0.715341 37580 
     C       1.461075     -0.034237      -0.966898 37581 
     C       0.036083      0.400200      -0.595587 37582 
     C      -0.751939     -0.733383       0.114306 37583 
     C      -0.466472     -0.878666       1.604920 37584 
     H      -0.691470      0.057283       2.111596 37585 
     H       0.576214     -1.135302       1.760799 37586 
     H      -1.092381     -1.671619       2.015144 37587 
     C      -2.247122     -0.528781      -0.020155 37588 
     O      -2.766208      0.555172      -0.049033 37589 
     H      -2.844013     -1.456086      -0.040106 37590 
     H      -0.485951      0.631371      -1.523146 37591 
     O       0.063515      1.577997       0.195207 37592 
     O      -0.795241      2.557440      -0.361850 37593 
     H      -1.671515      2.201371      -0.130336 37594 
     H       1.685729      0.022434      -2.029600 37595 
     O       2.501581      0.574044      -0.322880 37596 
     O       2.316260      0.499357       1.080703 37597 
     H       1.822155      1.317484       1.249979 37598 
Rotational constants (GHz):    1.1499300    0.9223200    0.6385500 37599 
Vibrational harmonic frequencies (cm-1): 37600 
    i1907.2492                   60.4430                   77.2044             37601 
      104.5233                  144.2614                  190.0268             37602 
      213.9610                  226.9828                  249.0947             37603 
      258.0556                  285.5218                  306.2571             37604 
      339.2805                  357.8844                  411.0357             37605 
      425.9436                  462.5719                  493.1181             37606 
      528.6183                  557.8178                  602.6454             37607 
      694.5683                  742.8657                  767.5631             37608 
      907.3078                  932.1801                  968.2341             37609 
      988.2166                 1020.2003                 1027.6520             37610 
     1058.4643                 1077.9109                 1127.6081             37611 
     1181.5650                 1197.7593                 1204.8958             37612 
     1241.2496                 1255.4609                 1346.2619             37613 
     1353.4188                 1388.4811                 1396.6364             37614 
     1409.1194                 1440.3237                 1487.7389             37615 
     1494.3712                 1499.3276                 1619.2091             37616 
     1850.6135                 3004.7280                 3078.8066             37617 
     3108.4111                 3147.1573                 3156.1970             37618 
     3193.4373                 3686.5849                 3747.0378             37619 
Zero-point correction (Hartree): 0.150580 37620 
 37621 
TS.diHPCARP_I.15HPHshift.uppupuud 37622 
--------------------------------- 37623 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13362262  37624 
Electronic state : 2-A 37625 
Cartesian coordinates (Angs): 37626 
     O       0.791487     -0.719974       1.196844 37627 
     O      -0.478864     -1.016901       1.656852 37628 
     H      -1.123011     -0.138558       1.104402 37629 
     C      -1.365369      0.595208       0.037004 37630 
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     C      -0.066657      0.478391      -0.729371 37631 
     C       0.781334     -0.732649      -0.220648 37632 
     C       0.271071     -2.044607      -0.792316 37633 
     H       0.462549     -2.080717      -1.864992 37634 
     H      -0.797763     -2.149501      -0.625980 37635 
     H       0.783147     -2.875761      -0.309886 37636 
     C       2.224092     -0.467222      -0.635265 37637 
     O       3.020529      0.083438       0.067589 37638 
     H       2.485814     -0.799094      -1.656225 37639 
     H      -0.279874      0.323241      -1.790868 37640 
     O       0.662302      1.686714      -0.703726 37641 
     O       0.870107      2.063589       0.649093 37642 
     H       1.674913      1.570027       0.885345 37643 
     H      -1.602797      1.592650       0.402620 37644 
     O      -2.375047     -0.008993      -0.680229 37645 
     O      -3.553206      0.050672       0.113306 37646 
     H      -4.168272      0.474634      -0.498676 37647 
Rotational constants (GHz):    1.4485500    0.7087200    0.6150700 37648 
Vibrational harmonic frequencies (cm-1): 37649 
    i1955.2434                   57.6411                   81.3175             37650 
       85.9241                  132.0597                  160.8797             37651 
      178.2995                  185.6737                  193.3151             37652 
      228.9308                  242.6115                  291.9010             37653 
      294.5787                  329.5511                  356.0730             37654 
      377.7061                  471.8710                  482.7684             37655 
      502.6117                  558.0448                  620.9302             37656 
      685.6706                  726.6433                  851.6162             37657 
      885.4337                  943.5870                  958.8584             37658 
      998.9034                 1011.3177                 1028.8112             37659 
     1086.4072                 1096.4488                 1134.4648             37660 
     1157.7328                 1186.2011                 1202.8511             37661 
     1229.7603                 1260.2450                 1290.2712             37662 
     1319.2468                 1393.2952                 1410.0287             37663 
     1423.1992                 1426.3572                 1471.7666             37664 
     1485.8634                 1502.4994                 1587.1235             37665 
     1867.1857                 2974.5856                 3073.5849             37666 
     3077.0384                 3130.6799                 3148.5755             37667 
     3174.0791                 3701.0151                 3821.8647             37668 
Zero-point correction (Hartree): 0.149347 37669 
 37670 
 37671 
 37672 
(2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-Ia) 37673 
=============================================================== 37674 
 37675 
diHPCARP_I.mmmmptmpu 37676 
-------------------- 37677 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18108459  37678 
Electronic state : 2-A 37679 
Cartesian coordinates (Angs): 37680 
     O      -2.259636     -1.612496      -0.459200 37681 
     O      -1.547845     -1.166806       0.529196 37682 
     C      -0.941218      0.123920       0.231281 37683 
     C       0.009715     -0.057869      -0.991763 37684 
     C       0.780643     -1.368369      -0.878669 37685 
     O       1.355084     -1.486759       0.411055 37686 
     O       2.631395     -0.867048       0.420234 37687 
     H       2.416184      0.079318       0.425743 37688 
     C      -2.068063      1.124553       0.021604 37689 
     H      -2.757029      1.077550       0.864407 37690 
     H      -2.605874      0.871458      -0.889404 37691 
     H      -1.673781      2.130408      -0.066322 37692 
     C      -0.155471      0.445203       1.490121 37693 
     O       0.477651      1.462440       1.602701 37694 
     H      -0.221475     -0.294286       2.301927 37695 
     H      -0.590014     -0.025482      -1.905039 37696 
     O       1.033984      0.913986      -1.042078 37697 
     O       0.490171      2.219748      -1.107589 37698 
     H       0.558883      2.480070      -0.172570 37699 
     H       0.111312     -2.217790      -0.992412 37700 
     H       1.561742     -1.410395      -1.636320 37701 
Rotational constants (GHz):    1.1223900    0.9431400    0.7456200 37702 
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Vibrational harmonic frequencies (cm-1): 37703 
       62.6533                   89.2639                  128.6108             37704 
      137.7148                  172.1499                  187.9679             37705 
      199.2184                  228.6514                  240.0530             37706 
      257.2740                  291.3004                  337.7974             37707 
      350.0778                  357.1204                  371.1203             37708 
      422.5238                  469.1668                  502.5241             37709 
      513.9092                  593.6674                  652.2598             37710 
      698.9977                  835.1802                  885.0236             37711 
      910.7645                  949.2978                  982.6975             37712 
      997.9026                 1028.9981                 1077.1486             37713 
     1119.1803                 1138.2854                 1162.9262             37714 
     1189.2228                 1239.4958                 1289.1736             37715 
     1303.7842                 1336.8793                 1366.5541             37716 
     1385.3840                 1404.3114                 1423.2295             37717 
     1463.7471                 1469.5655                 1479.9800             37718 
     1486.2175                 1499.9095                 1839.1621             37719 
     3036.2034                 3077.0395                 3084.4457             37720 
     3105.6659                 3159.2912                 3165.6795             37721 
     3207.1807                 3693.9572                 3742.0304             37722 
Zero-point correction (Hartree): 0.156737 37723 
 37724 
diHPCARP_I.mmmmptpmu 37725 
-------------------- 37726 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18134610  37727 
Electronic state : 2-A 37728 
Cartesian coordinates (Angs): 37729 
     O       2.554111     -1.412049       0.247871 37730 
     O       1.778797     -0.901001      -0.656231 37731 
     C       1.018967      0.243537      -0.166106 37732 
     C       0.133136     -0.265091       0.998517 37733 
     C      -0.747074     -1.438063       0.580996 37734 
     O      -1.325122     -1.253791      -0.698757 37735 
     O      -2.685570     -0.880477      -0.578082 37736 
     H      -2.621820      0.002147      -0.173211 37737 
     C       1.961691      1.344808       0.282605 37738 
     H       2.626143      1.629412      -0.531786 37739 
     H       2.552933      0.999640       1.127716 37740 
     H       1.376300      2.211277       0.580764 37741 
     C       0.255876      0.695630      -1.406473 37742 
     O      -0.384253      1.713369      -1.430491 37743 
     H       0.389728      0.070636      -2.301069 37744 
     H       0.827790     -0.617384       1.765034 37745 
     O      -0.529129      0.789830       1.661543 37746 
     O      -1.655958      1.233126       0.916675 37747 
     H      -1.263505      1.847171       0.270352 37748 
     H      -0.119927     -2.326831       0.503266 37749 
     H      -1.526239     -1.613048       1.321468 37750 
Rotational constants (GHz):    1.2557700    0.8314600    0.7424300 37751 
Vibrational harmonic frequencies (cm-1): 37752 
       52.9092                   63.8413                  119.4269             37753 
      140.6052                  184.6352                  203.3784             37754 
      208.5537                  225.2822                  235.6603             37755 
      260.5042                  282.2869                  313.8732             37756 
      323.0564                  369.2185                  435.4469             37757 
      474.1100                  486.9556                  496.3806             37758 
      520.0848                  637.8098                  655.5479             37759 
      697.5215                  809.3377                  881.9356             37760 
      894.8472                  957.2150                  984.1931             37761 
     1008.7615                 1028.0084                 1060.9375             37762 
     1132.2978                 1135.5721                 1169.2917             37763 
     1182.5721                 1244.0806                 1290.5629             37764 
     1308.6990                 1347.3395                 1381.0257             37765 
     1394.1534                 1400.1405                 1421.0984             37766 
     1470.9450                 1481.5300                 1482.2338             37767 
     1486.0479                 1500.8060                 1842.5079             37768 
     3040.3768                 3081.9455                 3084.6974             37769 
     3092.9046                 3144.8336                 3162.6375             37770 
     3176.4589                 3655.3153                 3678.8835             37771 
Zero-point correction (Hartree): 0.156741 37772 
 37773 
diHPCARP_I.mmmmpttmu 37774 
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-------------------- 37775 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18316002  37776 
Electronic state : 2-A 37777 
Cartesian coordinates (Angs): 37778 
     O       2.642876     -0.943217      -1.010153 37779 
     O       1.997980      0.175493      -0.891029 37780 
     C       1.067778      0.175818       0.230654 37781 
     C      -0.016375     -0.875990      -0.073136 37782 
     C      -0.785968     -0.567320      -1.347997 37783 
     O      -1.340343      0.733553      -1.367287 37784 
     O      -2.412749      0.779624      -0.435767 37785 
     H      -2.001823      1.236734       0.319966 37786 
     C       1.798380     -0.098857       1.530902 37787 
     H       2.630901      0.594446       1.642687 37788 
     H       2.174627     -1.119148       1.534381 37789 
     H       1.102301      0.037516       2.354356 37790 
     C       0.516368      1.599292       0.220833 37791 
     O      -0.233505      2.006004       1.065125 37792 
     H       0.886656      2.242125      -0.594693 37793 
     H       0.482880     -1.843609      -0.193399 37794 
     O      -0.823513     -0.891534       1.090644 37795 
     O      -1.894629     -1.792822       0.887253 37796 
     H      -2.585087     -1.189190       0.568837 37797 
     H      -0.098050     -0.580953      -2.193972 37798 
     H      -1.562438     -1.312386      -1.515984 37799 
Rotational constants (GHz):    1.2568000    0.7915500    0.7451400 37800 
Vibrational harmonic frequencies (cm-1): 37801 
       68.5211                  111.2545                  136.5977             37802 
      139.4354                  165.5754                  198.0724             37803 
      208.4706                  227.0040                  246.4942             37804 
      258.6584                  287.7751                  311.5047             37805 
      338.7218                  354.9409                  414.2703             37806 
      470.4049                  474.4846                  494.8209             37807 
      517.5572                  554.1205                  659.9786             37808 
      719.9979                  830.4039                  875.2863             37809 
      895.1492                  960.7959                  971.0840             37810 
     1001.8835                 1045.9012                 1062.7884             37811 
     1122.8262                 1139.1612                 1184.2232             37812 
     1193.2719                 1260.9857                 1287.5274             37813 
     1308.3988                 1357.8325                 1384.3913             37814 
     1400.5983                 1401.3435                 1422.0612             37815 
     1446.2781                 1473.8433                 1481.8290             37816 
     1488.5992                 1497.5403                 1852.0731             37817 
     3009.3540                 3055.8226                 3082.4059             37818 
     3097.1174                 3145.7036                 3163.3400             37819 
     3182.4882                 3681.4640                 3734.4101             37820 
Zero-point correction (Hartree): 0.156867 37821 
 37822 
diHPCARP_I.mmmtmpppu 37823 
-------------------- 37824 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17935388  37825 
Electronic state : 2-A 37826 
Cartesian coordinates (Angs): 37827 
     O      -2.378711     -1.061369      -1.248646 37828 
     O      -1.498605     -1.317205      -0.332870 37829 
     C      -0.974555     -0.103382       0.289427 37830 
     C      -0.235482      0.672107      -0.827410 37831 
     C       1.041690     -0.017018      -1.278297 37832 
     O       2.001796      0.102195      -0.235970 37833 
     O       2.820458     -1.048213      -0.216472 37834 
     H       2.335955     -1.614475       0.409735 37835 
     C      -2.101445      0.699777       0.904776 37836 
     H      -2.679021      0.068425       1.579190 37837 
     H      -2.755357      1.081508       0.124834 37838 
     H      -1.686207      1.538353       1.458797 37839 
     C      -0.024687     -0.631104       1.363025 37840 
     O       0.470576     -1.723871       1.321623 37841 
     H       0.157920      0.065404       2.194967 37842 
     H      -0.926042      0.703242      -1.673670 37843 
     O      -0.054029      2.033931      -0.508579 37844 
     O       0.581503      2.148851       0.758241 37845 
     H       1.514888      1.987964       0.551236 37846 
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     H       0.836305     -1.072276      -1.463355 37847 
     H       1.424532      0.445022      -2.189472 37848 
Rotational constants (GHz):    1.1777800    0.8643500    0.7082600 37849 
Vibrational harmonic frequencies (cm-1): 37850 
       60.6440                   72.6633                  125.6217             37851 
      159.8101                  183.5899                  189.5927             37852 
      213.9993                  215.4252                  227.6126             37853 
      247.3742                  285.3271                  311.1485             37854 
      323.9534                  339.3321                  405.3349             37855 
      419.2525                  451.1573                  460.4197             37856 
      477.9826                  593.3712                  648.3601             37857 
      717.1836                  806.4781                  889.1620             37858 
      924.6786                  938.6234                  997.8355             37859 
     1000.7300                 1039.0141                 1081.3868             37860 
     1119.4693                 1140.6771                 1173.5526             37861 
     1195.3684                 1232.4898                 1287.3022             37862 
     1293.2170                 1351.7899                 1386.7998             37863 
     1398.6794                 1404.9904                 1420.0001             37864 
     1445.0204                 1473.1107                 1491.8379             37865 
     1497.0681                 1503.9383                 1845.0274             37866 
     3030.2144                 3073.7231                 3081.8587             37867 
     3095.9692                 3129.6100                 3162.1021             37868 
     3178.7724                 3696.2918                 3759.3809             37869 
Zero-point correction (Hartree): 0.156454 37870 
 37871 
diHPCARP_I.mmppmtpmu 37872 
-------------------- 37873 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17870119  37874 
Electronic state : 2-A 37875 
Cartesian coordinates (Angs): 37876 
     O      -1.679907      1.788615      -0.838730 37877 
     O      -1.156326      1.373535       0.272954 37878 
     C       0.198624      0.852813       0.110389 37879 
     C       0.123840     -0.428203      -0.772171 37880 
     C      -0.376610     -1.659600      -0.020979 37881 
     O      -1.484722     -1.357333       0.795405 37882 
     O      -2.593856     -1.123861      -0.066211 37883 
     H      -2.793109     -0.194651       0.111696 37884 
     C       1.081448      1.916304      -0.518314 37885 
     H       0.990150      2.850047       0.034997 37886 
     H       0.785981      2.074631      -1.552354 37887 
     H       2.117399      1.586870      -0.494520 37888 
     C       0.635848      0.579853       1.535773 37889 
     O       1.728022      0.144118       1.782623 37890 
     H      -0.091131      0.815825       2.328779 37891 
     H      -0.566987     -0.169934      -1.577711 37892 
     O       1.332234     -0.672279      -1.449630 37893 
     O       2.269947     -1.327291      -0.604667 37894 
     H       2.495546     -0.660539       0.066630 37895 
     H      -0.621327     -2.451118      -0.729518 37896 
     H       0.381428     -2.022181       0.669866 37897 
Rotational constants (GHz):    1.1275900    0.8802400    0.7265700 37898 
Vibrational harmonic frequencies (cm-1): 37899 
       39.0008                   96.4451                  109.5567             37900 
      126.6205                  161.2468                  173.5720             37901 
      203.1738                  222.1082                  228.8229             37902 
      232.6625                  300.0943                  308.2254             37903 
      317.5001                  357.1968                  369.7504             37904 
      431.1855                  453.7926                  477.9758             37905 
      480.3574                  560.7602                  636.4022             37906 
      665.2736                  770.4647                  889.1458             37907 
      936.3270                  962.0330                  975.9465             37908 
      986.7431                 1048.5335                 1114.3192             37909 
     1130.4799                 1142.3666                 1151.3384             37910 
     1201.9540                 1230.7900                 1288.7135             37911 
     1300.3272                 1337.0735                 1367.9938             37912 
     1400.5608                 1405.4318                 1419.7853             37913 
     1425.0259                 1475.6900                 1480.9320             37914 
     1491.8835                 1500.6772                 1851.7661             37915 
     3020.1769                 3082.6527                 3094.6193             37916 
     3097.9162                 3161.8562                 3164.4522             37917 
     3178.9725                 3694.5045                 3807.0321             37918 
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Zero-point correction (Hartree): 0.156146 37919 
 37920 
diHPCARP_I.mmtpmpppu 37921 
-------------------- 37922 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17999023  37923 
Electronic state : 2-A 37924 
Cartesian coordinates (Angs): 37925 
     O       2.036957      1.927333      -0.485089 37926 
     O       1.917332      0.969887       0.380774 37927 
     C       1.201248     -0.178010      -0.165861 37928 
     C      -0.216675      0.310371      -0.533498 37929 
     C      -1.001488      0.862980       0.651383 37930 
     O      -2.272421      1.334183       0.249704 37931 
     O      -3.133820      0.205688       0.108416 37932 
     H      -3.246887      0.172683      -0.851012 37933 
     C       1.935225     -0.739775      -1.362806 37934 
     H       2.955091     -1.004690      -1.084893 37935 
     H       1.961656     -0.009244      -2.167577 37936 
     H       1.417469     -1.631643      -1.711486 37937 
     C       1.185766     -1.184513       0.987683 37938 
     O       1.089600     -0.852428       2.132329 37939 
     H       1.282732     -2.239864       0.686570 37940 
     H      -0.096505      1.099431      -1.279373 37941 
     O      -0.924033     -0.690831      -1.234952 37942 
     O      -1.129674     -1.787723      -0.355262 37943 
     H      -1.967662     -1.537938       0.070672 37944 
     H      -1.113973      0.139094       1.457396 37945 
     H      -0.487904      1.736986       1.050928 37946 
Rotational constants (GHz):    1.3056400    0.7156700    0.6601100 37947 
Vibrational harmonic frequencies (cm-1): 37948 
       54.5482                   81.5533                  116.8092             37949 
      120.2243                  153.9232                  195.1722             37950 
      205.1924                  210.9552                  222.9203             37951 
      257.5504                  300.8559                  312.8419             37952 
      317.4113                  332.8061                  385.2450             37953 
      417.6072                  462.6698                  526.2652             37954 
      575.3119                  585.6394                  644.1630             37955 
      682.0990                  802.0305                  887.2689             37956 
      913.4196                  952.1480                  987.7278             37957 
     1007.9577                 1012.6409                 1106.2542             37958 
     1116.7314                 1138.8407                 1171.6034             37959 
     1197.7612                 1240.6231                 1288.6848             37960 
     1312.6054                 1330.7856                 1378.9737             37961 
     1407.3872                 1408.1139                 1425.9419             37962 
     1430.0842                 1439.1167                 1478.9768             37963 
     1487.4013                 1498.5568                 1868.6102             37964 
     3011.7791                 3076.7401                 3096.9939             37965 
     3103.2102                 3152.9751                 3154.4385             37966 
     3171.7999                 3718.0191                 3807.0057             37967 
Zero-point correction (Hartree): 0.156613 37968 
 37969 
diHPCARP_I.pmmmptpmu 37970 
-------------------- 37971 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17930633  37972 
Electronic state : 2-A 37973 
Cartesian coordinates (Angs): 37974 
     O       1.537111      2.071602       0.063794 37975 
     O       2.042499      0.922161      -0.274566 37976 
     C       1.138988     -0.191846      -0.040591 37977 
     C       0.033051     -0.138130      -1.130008 37978 
     C      -0.919461      1.046997      -1.004180 37979 
     O      -1.322207      1.287154       0.331386 37980 
     O      -2.649211      0.834812       0.531708 37981 
     H      -2.544865     -0.130595       0.479925 37982 
     C       2.003233     -1.429712      -0.205778 37983 
     H       2.843061     -1.392272       0.485724 37984 
     H       2.380425     -1.485646      -1.225419 37985 
     H       1.413457     -2.318038       0.001579 37986 
     C       0.627105     -0.112332       1.398231 37987 
     O       0.078747     -1.046749       1.919655 37988 
     H       0.852186      0.814194       1.942525 37989 
     H       0.561722     -0.049067      -2.083721 37990 
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     O      -0.604799     -1.393033      -1.266964 37991 
     O      -1.535358     -1.606119      -0.214049 37992 
     H      -0.973799     -1.873600       0.536471 37993 
     H      -0.408616      1.947921      -1.340903 37994 
     H      -1.795327      0.878621      -1.629932 37995 
Rotational constants (GHz):    1.1892300    0.9109800    0.7641000 37996 
Vibrational harmonic frequencies (cm-1): 37997 
       60.7957                   75.3834                  136.2611             37998 
      141.9075                  197.8278                  200.2473             37999 
      217.2412                  224.2702                  242.1669             38000 
      254.3114                  288.8937                  317.7403             38001 
      323.1785                  356.6285                  437.5665             38002 
      464.7862                  483.0650                  507.1955             38003 
      533.1311                  617.6825                  649.2660             38004 
      696.3295                  811.1921                  883.2217             38005 
      903.7833                  955.1364                  979.7498             38006 
     1004.4900                 1028.1312                 1058.1826             38007 
     1136.4563                 1138.4490                 1164.7775             38008 
     1202.9893                 1224.0762                 1274.8266             38009 
     1304.9248                 1349.3420                 1371.5387             38010 
     1397.1511                 1404.0551                 1420.9569             38011 
     1472.5391                 1476.4734                 1482.5379             38012 
     1483.5993                 1501.9449                 1835.5828             38013 
     3058.0828                 3076.1708                 3083.9625             38014 
     3094.8859                 3146.7445                 3160.2604             38015 
     3182.1632                 3642.8713                 3691.5146             38016 
Zero-point correction (Hartree): 0.156803 38017 
 38018 
diHPCARP_I.pmmmpttmu 38019 
-------------------- 38020 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18238124  38021 
Electronic state : 2-A 38022 
Cartesian coordinates (Angs): 38023 
     O      -2.086665     -1.386772      -0.950760 38024 
     O      -2.172488     -0.101177      -0.775952 38025 
     C      -1.091631      0.442045       0.027381 38026 
     C       0.185249      0.477310      -0.842447 38027 
     C       0.789249     -0.889044      -1.131357 38028 
     O       1.011835     -1.663769       0.028221 38029 
     O       2.090899     -1.086825       0.752893 38030 
     H       1.621649     -0.620145       1.467571 38031 
     C      -1.550576      1.840093       0.405494 38032 
     H      -2.521245      1.787724       0.895915 38033 
     H      -1.632744      2.457584      -0.487391 38034 
     H      -0.825533      2.281290       1.082585 38035 
     C      -0.933475     -0.408878       1.288925 38036 
     O      -0.200272     -0.084844       2.182247 38037 
     H      -1.571574     -1.303583       1.345767 38038 
     H      -0.076983      0.947454      -1.798235 38039 
     O       1.055631      1.332166      -0.115845 38040 
     O       2.302557      1.395717      -0.778553 38041 
     H       2.792229      0.696714      -0.315098 38042 
     H       0.093490     -1.478775      -1.724431 38043 
     H       1.715831     -0.773385      -1.692660 38044 
Rotational constants (GHz):    1.2276100    0.8384300    0.7728400 38045 
Vibrational harmonic frequencies (cm-1): 38046 
       69.7669                  122.8601                  144.2413             38047 
      150.4464                  175.2326                  190.0426             38048 
      205.9834                  234.8633                  247.1041             38049 
      274.7352                  291.0401                  309.2778             38050 
      330.7353                  357.3975                  394.7758             38051 
      467.5162                  472.8539                  511.4765             38052 
      525.0526                  563.1813                  651.2758             38053 
      713.1301                  831.1938                  872.2762             38054 
      909.1758                  955.5164                  967.6986             38055 
      993.0319                 1046.4312                 1063.4294             38056 
     1122.8721                 1140.4918                 1183.1021             38057 
     1205.2660                 1243.1479                 1277.4467             38058 
     1303.8629                 1355.0690                 1381.0503             38059 
     1401.8673                 1405.4201                 1419.8321             38060 
     1446.4516                 1471.2503                 1480.6782             38061 
     1492.5030                 1496.5567                 1845.4131             38062 
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     3029.5600                 3034.9584                 3081.9250             38063 
     3104.4629                 3157.7653                 3158.3936             38064 
     3188.2413                 3679.2126                 3736.0717             38065 
Zero-point correction (Hartree): 0.156931 38066 
 38067 
diHPCARP_I.ppmmptmpu 38068 
-------------------- 38069 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18094361  38070 
Electronic state : 2-A 38071 
Cartesian coordinates (Angs): 38072 
     O       0.277757     -1.019120       1.816783 38073 
     O       0.056302      0.221889       1.491122 38074 
     C       0.646448      0.606383       0.223154 38075 
     C      -0.122476     -0.038946      -0.954332 38076 
     C      -1.488451      0.586785      -1.218590 38077 
     O      -2.247734      0.835947      -0.058803 38078 
     O      -2.791079     -0.391157       0.396972 38079 
     H      -2.121909     -0.702318       1.024101 38080 
     C       0.580392      2.125755       0.191205 38081 
     H       1.230579      2.545098       0.956828 38082 
     H      -0.438632      2.460475       0.367220 38083 
     H       0.929160      2.472070      -0.779957 38084 
     C       2.116652      0.187006       0.198917 38085 
     O       2.835063      0.519363      -0.695808 38086 
     H       2.474844     -0.379763       1.075045 38087 
     H       0.511591      0.102935      -1.837224 38088 
     O      -0.352496     -1.413795      -0.756443 38089 
     O       0.905162     -2.068694      -0.706925 38090 
     H       0.952749     -2.290566       0.235578 38091 
     H      -1.352271      1.567224      -1.674389 38092 
     H      -2.045304     -0.052510      -1.904490 38093 
Rotational constants (GHz):    1.3101200    0.8148400    0.7359200 38094 
Vibrational harmonic frequencies (cm-1): 38095 
       71.7615                   80.5844                  123.2619             38096 
      157.6697                  162.5070                  181.7353             38097 
      211.0667                  229.7310                  244.3247             38098 
      265.4358                  292.5509                  302.1890             38099 
      319.4620                  337.9116                  381.8447             38100 
      382.8781                  454.9076                  471.8148             38101 
      516.9193                  549.1333                  651.3373             38102 
      697.8180                  828.5320                  880.2598             38103 
      908.9944                  950.8451                  989.2002             38104 
      998.1042                 1029.9456                 1067.8741             38105 
     1142.0151                 1148.1693                 1173.4525             38106 
     1216.6619                 1225.8261                 1284.3638             38107 
     1310.3378                 1360.2117                 1368.8894             38108 
     1395.6842                 1399.3682                 1412.9508             38109 
     1429.8657                 1433.3405                 1466.9416             38110 
     1490.7966                 1512.8486                 1869.3051             38111 
     2994.1845                 3048.3452                 3083.1486             38112 
     3088.0483                 3141.4192                 3159.1337             38113 
     3179.7132                 3762.1175                 3776.3936             38114 
Zero-point correction (Hartree): 0.156314 38115 
 38116 
diHPCARP_I.ptmmpmtpu 38117 
-------------------- 38118 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17626708  38119 
Electronic state : 2-A 38120 
Cartesian coordinates (Angs): 38121 
     O      -2.109576      1.821030      -0.313396 38122 
     O      -1.765234      1.105674       0.711860 38123 
     C      -1.045792     -0.105144       0.330315 38124 
     C       0.175941      0.304401      -0.508862 38125 
     C       1.087758     -0.849691      -0.917426 38126 
     O       1.786068     -1.391037       0.183639 38127 
     O       2.985783     -0.655422       0.368375 38128 
     H       2.676681      0.133182       0.836961 38129 
     C      -0.732801     -0.815978       1.631898 38130 
     H      -1.646320     -0.915283       2.216487 38131 
     H       0.003583     -0.256215       2.202901 38132 
     H      -0.336246     -1.803568       1.413811 38133 
     C      -2.013034     -0.926124      -0.525083 38134 
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     O      -1.801834     -2.063382      -0.827168 38135 
     H      -2.926445     -0.391618      -0.837389 38136 
     H      -0.185692      0.819228      -1.401948 38137 
     O       0.876954      1.241314       0.302834 38138 
     O       1.768346      1.955232      -0.543594 38139 
     H       1.353918      2.827983      -0.560527 38140 
     H       0.499741     -1.666117      -1.335981 38141 
     H       1.804289     -0.499639      -1.659765 38142 
Rotational constants (GHz):    1.2389400    0.7955700    0.5984300 38143 
Vibrational harmonic frequencies (cm-1): 38144 
       36.7039                   58.4405                   79.1007             38145 
      100.5591                  150.6958                  154.6641             38146 
      201.1908                  217.0692                  244.8744             38147 
      256.5703                  269.8698                  273.5679             38148 
      296.8106                  305.8819                  322.9057             38149 
      405.5031                  431.1494                  489.8627             38150 
      501.3837                  535.0783                  677.0337             38151 
      710.9580                  806.4346                  898.3114             38152 
      902.0179                  943.9278                  980.4437             38153 
      993.9194                 1040.4590                 1048.1271             38154 
     1118.2101                 1141.5715                 1160.1832             38155 
     1208.5155                 1260.2586                 1292.9436             38156 
     1320.7139                 1352.3618                 1383.6496             38157 
     1403.6217                 1407.1143                 1412.4941             38158 
     1424.9560                 1429.2485                 1468.8773             38159 
     1483.2658                 1497.4604                 1870.3710             38160 
     3000.3316                 3078.7869                 3085.0760             38161 
     3094.2586                 3147.3319                 3164.4773             38162 
     3185.4042                 3782.6294                 3810.1737             38163 
Zero-point correction (Hartree): 0.155639 38164 
 38165 
diHPCARP_I.ptmmpttmu 38166 
-------------------- 38167 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17819786  38168 
Electronic state : 2-A 38169 
Cartesian coordinates (Angs): 38170 
     O      -2.361390      1.580765      -0.377618 38171 
     O      -1.753872      1.137210       0.680851 38172 
     C      -1.020106     -0.087065       0.391197 38173 
     C       0.158517      0.272428      -0.519083 38174 
     C       1.088236     -0.885666      -0.880274 38175 
     O       1.851053     -1.367138       0.210209 38176 
     O       2.929337     -0.467826       0.450845 38177 
     H       2.610568      0.013606       1.226964 38178 
     C      -0.653911     -0.652444       1.752987 38179 
     H      -1.558637     -0.804834       2.340811 38180 
     H      -0.010206      0.050310       2.278857 38181 
     H      -0.131773     -1.598406       1.637331 38182 
     C      -2.033846     -1.010346      -0.283711 38183 
     O      -1.764522     -1.841456      -1.099189 38184 
     H      -3.063808     -0.867982       0.089666 38185 
     H      -0.252341      0.691827      -1.441943 38186 
     O       0.860442      1.290630       0.179981 38187 
     O       1.781140      1.878916      -0.720743 38188 
     H       2.566101      1.322454      -0.590934 38189 
     H       0.508812     -1.740488      -1.220714 38190 
     H       1.760440     -0.576730      -1.681428 38191 
Rotational constants (GHz):    1.3150800    0.7551500    0.6145900 38192 
Vibrational harmonic frequencies (cm-1): 38193 
       30.7487                   60.5899                   84.7618             38194 
      132.0125                  172.5239                  186.4718             38195 
      200.0968                  226.2564                  244.1910             38196 
      248.2248                  284.1549                  294.2133             38197 
      315.2804                  327.2605                  377.3781             38198 
      411.9012                  484.9079                  517.0752             38199 
      561.4872                  566.5965                  654.7115             38200 
      718.3578                  808.6503                  892.5180             38201 
      908.7237                  951.3319                  969.3300             38202 
      980.5181                 1049.8498                 1056.3298             38203 
     1113.1956                 1144.6330                 1164.8445             38204 
     1233.3592                 1263.7019                 1283.9791             38205 
     1310.5176                 1360.8742                 1381.1360             38206 
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     1397.1495                 1408.1124                 1411.5656             38207 
     1425.0144                 1455.8707                 1483.5841             38208 
     1487.3296                 1502.6208                 1876.9276             38209 
     2984.2294                 3073.3458                 3078.6318             38210 
     3093.5500                 3153.1398                 3167.9367             38211 
     3179.0660                 3733.5211                 3793.3931             38212 
Zero-point correction (Hartree): 0.156459 38213 
 38214 
diHPCARP_I.ptppmtpmu 38215 
-------------------- 38216 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18147225  38217 
Electronic state : 2-A 38218 
Cartesian coordinates (Angs): 38219 
     O       2.187632      1.188145      -1.010276 38220 
     O       1.957024      0.682288       0.167546 38221 
     C       0.532914      0.537169       0.403537 38222 
     C      -0.019029     -0.586639      -0.520968 38223 
     C      -1.158309     -1.393269       0.098062 38224 
     O      -2.235996     -0.589053       0.512569 38225 
     O      -2.912614     -0.139885      -0.653322 38226 
     H      -2.564524      0.763529      -0.729256 38227 
     C       0.397930      0.304318       1.900950 38228 
     H       0.858258      1.129526       2.443839 38229 
     H       0.893870     -0.623665       2.176257 38230 
     H      -0.654524      0.244922       2.168864 38231 
     C      -0.075278      1.894801       0.077807 38232 
     O      -1.170166      2.052697      -0.381732 38233 
     H       0.567458      2.751903       0.342722 38234 
     H      -0.364599     -0.128593      -1.449239 38235 
     O       0.997288     -1.455377      -0.964915 38236 
     O       1.560376     -2.106091       0.170691 38237 
     H       2.436429     -1.698113       0.199054 38238 
     H      -1.492288     -2.133354      -0.629763 38239 
     H      -0.817790     -1.906223       0.996701 38240 
Rotational constants (GHz):    1.2089000    0.8661400    0.6528800 38241 
Vibrational harmonic frequencies (cm-1): 38242 
       83.4316                   93.9807                  122.9173             38243 
      135.7692                  161.3721                  172.5464             38244 
      192.0854                  238.2136                  261.0366             38245 
      261.9568                  285.6437                  296.0539             38246 
      321.0562                  333.5424                  374.5593             38247 
      439.5360                  462.0896                  529.2144             38248 
      548.4483                  583.0203                  619.6014             38249 
      677.3480                  771.1181                  915.8823             38250 
      947.9258                  960.9535                  972.7269             38251 
      983.3613                 1046.1344                 1107.8442             38252 
     1121.3098                 1137.2333                 1175.1053             38253 
     1226.3670                 1239.5058                 1268.7998             38254 
     1293.0970                 1338.6990                 1380.8682             38255 
     1402.7535                 1407.5406                 1418.5676             38256 
     1426.6324                 1462.6821                 1486.6280             38257 
     1495.9775                 1509.9865                 1867.9844             38258 
     2996.8586                 3077.9493                 3088.5033             38259 
     3106.4232                 3147.9208                 3156.3456             38260 
     3175.8641                 3711.0154                 3800.7657             38261 
Zero-point correction (Hartree): 0.156785 38262 
 38263 
diHPCARP_I.pttpmtppu 38264 
-------------------- 38265 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17868484  38266 
Electronic state : 2-A 38267 
Cartesian coordinates (Angs): 38268 
     O       2.104693     -1.109432      -1.448961 38269 
     O       1.824440     -1.232054      -0.186060 38270 
     C       1.149282     -0.052143       0.313199 38271 
     C      -0.231512      0.048946      -0.371528 38272 
     C      -1.164838      1.049914       0.297108 38273 
     O      -2.352966      1.232479      -0.445967 38274 
     O      -3.212255      0.119581      -0.211450 38275 
     H      -3.118176     -0.373550      -1.038039 38276 
     C       1.154586     -0.198195       1.827214 38277 
     H       2.182745     -0.264514       2.183176 38278 
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     H       0.614418     -1.094919       2.116290 38279 
     H       0.687356      0.671530       2.285504 38280 
     C       2.032858      1.135444      -0.057683 38281 
     O       1.621164      2.250681      -0.191651 38282 
     H       3.105703      0.888708      -0.148116 38283 
     H      -0.065580      0.364444      -1.403973 38284 
     O      -0.837958     -1.218154      -0.541473 38285 
     O      -1.245954     -1.729766       0.719310 38286 
     H      -2.152462     -1.386732       0.776575 38287 
     H      -1.414498      0.754522       1.316762 38288 
     H      -0.691073      2.030030       0.311980 38289 
Rotational constants (GHz):    1.3471400    0.7198900    0.5971000 38290 
Vibrational harmonic frequencies (cm-1): 38291 
       30.1656                   59.4339                   95.0854             38292 
      129.8677                  157.3719                  170.3901             38293 
      200.2028                  225.4169                  232.2058             38294 
      261.0671                  286.9533                  309.4123             38295 
      313.3800                  343.0722                  381.5711             38296 
      393.9560                  475.1105                  531.1521             38297 
      561.0168                  571.4194                  636.7014             38298 
      692.9872                  823.3130                  900.5918             38299 
      929.4529                  953.6369                  965.4086             38300 
     1001.5690                 1007.7020                 1096.3993             38301 
     1117.9715                 1145.0540                 1171.1490             38302 
     1221.5365                 1249.3878                 1282.1349             38303 
     1307.7750                 1328.2060                 1395.0209             38304 
     1404.5847                 1408.1802                 1416.8472             38305 
     1418.7063                 1448.9938                 1482.8023             38306 
     1495.1302                 1501.4852                 1870.5224             38307 
     2986.6243                 3076.8983                 3089.0447             38308 
     3099.8135                 3149.9214                 3161.4921             38309 
     3182.3874                 3718.2293                 3795.3878             38310 
Zero-point correction (Hartree): 0.156422 38311 
 38312 
diHPCARP_I.tmmmptmpu 38313 
-------------------- 38314 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18157746  38315 
Electronic state : 2-A 38316 
Cartesian coordinates (Angs): 38317 
     O      -2.534081     -1.450507       0.240384 38318 
     O      -1.530497     -1.147803      -0.524117 38319 
     C      -0.927026      0.125267      -0.149823 38320 
     C       0.326344      0.231413      -1.066489 38321 
     C       1.061548     -1.103194      -1.135583 38322 
     O       1.270466     -1.616167       0.167383 38323 
     O       2.483871     -1.099098       0.690292 38324 
     H       2.253614     -0.184413       0.918578 38325 
     C      -1.964761      1.215906      -0.369669 38326 
     H      -2.878814      0.949288       0.156577 38327 
     H      -2.175477      1.309599      -1.433927 38328 
     H      -1.601495      2.168181       0.000060 38329 
     C      -0.521195      0.038239       1.315768 38330 
     O       0.009433      0.962028       1.874731 38331 
     H      -0.751917     -0.905068       1.829270 38332 
     H       0.004671      0.555193      -2.061120 38333 
     O       1.305820      1.115220      -0.563271 38334 
     O       0.776857      2.420014      -0.412148 38335 
     H       0.568750      2.412272       0.538301 38336 
     H       0.458699     -1.842806      -1.656839 38337 
     H       2.017556     -0.977521      -1.642157 38338 
Rotational constants (GHz):    1.1468300    0.9209000    0.7235800 38339 
Vibrational harmonic frequencies (cm-1): 38340 
       51.6706                   84.2574                  132.9731             38341 
      152.3859                  172.1220                  179.9613             38342 
      201.9060                  217.6043                  251.9162             38343 
      255.9639                  291.0305                  340.1249             38344 
      353.8315                  368.8082                  380.5266             38345 
      424.0079                  480.5469                  501.9718             38346 
      513.8830                  591.4240                  660.4778             38347 
      706.1312                  836.7405                  883.0312             38348 
      903.9405                  964.1900                  973.6698             38349 
      993.8744                 1034.7345                 1077.1710             38350 
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     1118.0773                 1135.5379                 1169.0533             38351 
     1186.7429                 1245.3656                 1282.5534             38352 
     1304.1045                 1341.1824                 1370.6636             38353 
     1390.0123                 1404.2111                 1422.2506             38354 
     1462.5458                 1468.1724                 1475.0367             38355 
     1485.0496                 1499.7079                 1834.3164             38356 
     3052.3051                 3062.2871                 3087.3991             38357 
     3105.2566                 3162.5082                 3166.5228             38358 
     3199.5038                 3696.3858                 3740.9193             38359 
Zero-point correction (Hartree): 0.156849 38360 
 38361 
diHPCARP_I.tmmmptmtu 38362 
-------------------- 38363 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17966454  38364 
Electronic state : 2-A 38365 
Cartesian coordinates (Angs): 38366 
     O      -2.826324     -0.982386      -0.457228 38367 
     O      -1.747587     -0.486472      -0.983155 38368 
     C      -0.899258      0.153588       0.010318 38369 
     C       0.345147      0.557335      -0.811295 38370 
     C       1.086825     -0.651016      -1.372358 38371 
     O       1.320831     -1.664360      -0.421164 38372 
     O       2.382929     -1.250724       0.419950 38373 
     H       1.914465     -0.886589       1.191940 38374 
     C      -1.619917      1.336302       0.628733 38375 
     H      -2.546881      0.995762       1.085189 38376 
     H      -1.835768      2.084969      -0.130917 38377 
     H      -0.979732      1.773102       1.390927 38378 
     C      -0.578195     -0.878328       1.089774 38379 
     O       0.087499     -0.599680       2.049679 38380 
     H      -1.024369     -1.874275       0.947200 38381 
     H       0.001466      1.168138      -1.651143 38382 
     O       1.254311      1.310277      -0.039030 38383 
     O       0.821400      2.670668      -0.046235 38384 
     H       1.628844      3.109463      -0.341011 38385 
     H       0.461332     -1.126546      -2.127977 38386 
     H       2.028560     -0.329898      -1.817779 38387 
Rotational constants (GHz):    1.1035200    0.8827400    0.7057900 38388 
Vibrational harmonic frequencies (cm-1): 38389 
       56.4967                  104.6087                  126.8517             38390 
      144.8390                  173.8177                  177.8029             38391 
      191.3555                  201.5044                  233.9314             38392 
      256.2003                  279.4995                  291.9023             38393 
      318.1802                  356.7365                  376.3802             38394 
      406.0163                  419.3028                  463.7010             38395 
      478.9797                  501.0527                  644.2626             38396 
      713.5964                  847.7510                  874.0272             38397 
      896.0865                  966.8997                  978.5907             38398 
     1004.3060                 1040.9943                 1066.7928             38399 
     1131.5290                 1139.4026                 1170.5358             38400 
     1184.7343                 1259.8524                 1286.9552             38401 
     1316.1354                 1349.4169                 1372.5589             38402 
     1398.6958                 1402.1233                 1415.0512             38403 
     1422.3156                 1463.3691                 1480.3998             38404 
     1485.4991                 1500.4317                 1842.0336             38405 
     3026.4922                 3066.6375                 3084.2331             38406 
     3087.2085                 3143.6646                 3166.3723             38407 
     3180.6582                 3684.4902                 3828.6265             38408 
Zero-point correction (Hartree): 0.156013 38409 
 38410 
diHPCARP_I.tmmmptpmu 38411 
-------------------- 38412 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18173772  38413 
Electronic state : 2-A 38414 
Cartesian coordinates (Angs): 38415 
     O      -2.758926     -1.236627       0.227107 38416 
     O      -1.754412     -0.999048      -0.561107 38417 
     C      -1.010418      0.178784      -0.147310 38418 
     C       0.165266      0.214379      -1.152108 38419 
     C       1.029975     -1.040753      -1.089847 38420 
     O       1.306589     -1.450202       0.235871 38421 
     O       2.620781     -1.074194       0.604352 38422 
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     H       2.552954     -0.104406       0.645380 38423 
     C      -1.886792      1.412187      -0.269477 38424 
     H      -2.773954      1.297788       0.349106 38425 
     H      -2.181256      1.557030      -1.307698 38426 
     H      -1.328339      2.282330       0.066872 38427 
     C      -0.601869     -0.023657       1.314027 38428 
     O      -0.103174      0.860307       1.957878 38429 
     H      -0.845054     -1.001267       1.750430 38430 
     H      -0.290694      0.254482      -2.145795 38431 
     O       0.864459      1.440000      -1.103589 38432 
     O       1.717382      1.492849       0.031956 38433 
     H       1.115284      1.753386       0.752225 38434 
     H       0.472338     -1.859587      -1.545647 38435 
     H       1.960154     -0.890072      -1.636323 38436 
Rotational constants (GHz):    1.2976000    0.8043500    0.7263700 38437 
Vibrational harmonic frequencies (cm-1): 38438 
       51.8568                   65.3315                  121.3336             38439 
      153.1945                  181.1400                  191.1403             38440 
      207.9165                  235.2169                  238.6151             38441 
      267.5725                  281.5450                  309.0873             38442 
      347.3063                  377.7261                  417.9816             38443 
      479.2005                  489.5242                  511.4118             38444 
      526.1067                  629.2914                  642.1734             38445 
      724.4458                  807.8400                  882.7782             38446 
      900.2965                  957.8230                  977.5908             38447 
     1014.8991                 1027.8622                 1060.3656             38448 
     1132.0857                 1139.2685                 1166.0833             38449 
     1180.7527                 1257.0078                 1283.0857             38450 
     1305.8614                 1346.8440                 1378.8272             38451 
     1396.9623                 1401.5625                 1421.7621             38452 
     1466.8606                 1478.8006                 1482.0784             38453 
     1486.8381                 1501.4109                 1838.7592             38454 
     3057.2316                 3074.4713                 3083.5759             38455 
     3087.2574                 3143.1937                 3165.4985             38456 
     3176.8467                 3654.0840                 3682.5143             38457 
Zero-point correction (Hartree): 0.156893 38458 
 38459 
diHPCARP_I.tmmmpttmu 38460 
-------------------- 38461 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20929472  38462 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09350630  38463 
     T1 diagnostic:  0.020016  38464 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.04858603  38465 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07077477  38466 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05165614  38467 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07259790  38468 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.53911471  38469 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53407867  38470 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18433188  38471 
Electronic state : 2-A 38472 
Cartesian coordinates (Angs): 38473 
     O      -3.022273     -0.492127      -0.663552 38474 
     O      -1.887274     -0.011214      -1.071934 38475 
     C      -1.016495      0.328023       0.040389 38476 
     C       0.297770      0.731132      -0.650985 38477 
     C       0.955778     -0.425950      -1.388477 38478 
     O       1.168791     -1.563532      -0.577113 38479 
     O       2.193743     -1.264649       0.360949 38480 
     H       1.680011     -1.107599       1.173504 38481 
     C      -1.616392      1.462622       0.849085 38482 
     H      -2.615599      1.185636       1.177815 38483 
     H      -1.666384      2.365031       0.241730 38484 
     H      -0.986428      1.645152       1.715562 38485 
     C      -0.852485     -0.923269       0.907629 38486 
     O      -0.245103     -0.902199       1.942132 38487 
     H      -1.346879     -1.831833       0.530597 38488 
     H       0.066475      1.514364      -1.383285 38489 
     O       1.090277      1.269738       0.390621 38490 
     O       2.354339      1.620843      -0.136963 38491 
     H       2.865543      0.820014       0.062444 38492 
     H       0.283004     -0.775872      -2.172074 38493 
     H       1.891202     -0.105130      -1.845260 38494 
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Rotational constants (GHz):    1.3596600    0.7642900    0.7061000 38495 
Vibrational harmonic frequencies (cm-1): 38496 
       77.0530                  127.1591                  135.5139             38497 
      137.2782                  167.7518                  184.2384             38498 
      229.4617                  235.3764                  241.4205             38499 
      266.0336                  280.2077                  326.3400             38500 
      336.5985                  394.2793                  396.0731             38501 
      427.7244                  459.0960                  480.9444             38502 
      531.4750                  568.7005                  654.9405             38503 
      733.7519                  830.4418                  868.9078             38504 
      904.9814                  967.7358                  975.1417             38505 
      992.1681                 1046.0534                 1063.4220             38506 
     1125.0703                 1137.9928                 1180.0046             38507 
     1196.0333                 1263.5817                 1288.3045             38508 
     1300.0585                 1361.1232                 1380.3521             38509 
     1400.3612                 1401.0742                 1419.7433             38510 
     1445.2602                 1472.3266                 1481.6003             38511 
     1488.8517                 1497.9556                 1847.5391             38512 
     3020.3581                 3033.8640                 3083.1205             38513 
     3095.1796                 3144.1195                 3165.0590             38514 
     3181.8512                 3682.9498                 3734.5300             38515 
Zero-point correction (Hartree): 0.156894 38516 
 38517 
diHPCARP_I.tmmmpttpu 38518 
-------------------- 38519 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17939884  38520 
Electronic state : 2-A 38521 
Cartesian coordinates (Angs): 38522 
     O      -2.983767     -0.398640      -0.719549 38523 
     O      -1.812981      0.019862      -1.093368 38524 
     C      -0.970895      0.349998       0.043538 38525 
     C       0.371699      0.708271      -0.617770 38526 
     C       0.997220     -0.466283      -1.356621 38527 
     O       0.990915     -1.655468      -0.594070 38528 
     O       2.056053     -1.603702       0.339024 38529 
     H       1.630759     -1.232877       1.131109 38530 
     C      -1.565129      1.512767       0.815829 38531 
     H      -2.581662      1.269563       1.116769 38532 
     H      -1.573839      2.407488       0.194603 38533 
     H      -0.960072      1.688472       1.701413 38534 
     C      -0.878775     -0.887260       0.941898 38535 
     O      -0.279172     -0.863418       1.980623 38536 
     H      -1.428776     -1.773026       0.591318 38537 
     H       0.182664      1.517830      -1.332343 38538 
     O       1.187411      1.192116       0.432552 38539 
     O       2.370497      1.699834      -0.172377 38540 
     H       2.364374      2.609372       0.149924 38541 
     H       0.396458     -0.696693      -2.236909 38542 
     H       2.013718     -0.219766      -1.659805 38543 
Rotational constants (GHz):    1.2581600    0.7869800    0.7013300 38544 
Vibrational harmonic frequencies (cm-1): 38545 
       68.9997                   84.1268                  127.2049             38546 
      136.7753                  163.7588                  176.1855             38547 
      186.2640                  206.4840                  229.0869             38548 
      235.5346                  262.1819                  282.5857             38549 
      319.4132                  347.6896                  389.4986             38550 
      395.2216                  413.0941                  426.2377             38551 
      480.3524                  565.6389                  647.7302             38552 
      722.4636                  843.8655                  870.8093             38553 
      905.8193                  971.4912                  980.9330             38554 
      995.3804                 1046.1082                 1061.8764             38555 
     1126.8006                 1136.2027                 1178.0591             38556 
     1190.6487                 1265.7567                 1291.0038             38557 
     1304.6433                 1363.0633                 1377.9574             38558 
     1398.4452                 1400.7413                 1415.7190             38559 
     1420.6209                 1469.4016                 1477.2840             38560 
     1488.8292                 1499.5500                 1846.5520             38561 
     3030.8973                 3040.1218                 3080.8320             38562 
     3095.1546                 3150.3186                 3162.0982             38563 
     3180.3571                 3706.8720                 3831.0361             38564 
Zero-point correction (Hartree): 0.155990 38565 
 38566 
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diHPCARP_I.tmmtmpppu 38567 
-------------------- 38568 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17950435  38569 
Electronic state : 2-A 38570 
Cartesian coordinates (Angs): 38571 
     O       2.622012     -1.322578       0.384123 38572 
     O       1.642862     -0.671041       0.932096 38573 
     C       0.983689      0.226080      -0.002024 38574 
     C      -0.121620      0.843384       0.886954 38575 
     C      -1.246611     -0.131355       1.197021 38576 
     O      -2.003913     -0.322949       0.009414 38577 
     O      -2.499540     -1.644719      -0.023449 38578 
     H      -1.783257     -2.103418      -0.497111 38579 
     C       1.960767      1.262258      -0.515436 38580 
     H       2.800371      0.764925      -0.996712 38581 
     H       2.327426      1.868521       0.311205 38582 
     H       1.461497      1.912330      -1.229809 38583 
     C       0.410008     -0.615813      -1.146222 38584 
     O       0.191099     -1.791183      -1.051228 38585 
     H       0.219583     -0.056144      -2.074724 38586 
     H       0.362467      1.106469       1.831581 38587 
     O      -0.578237      2.085810       0.400322 38588 
     O      -0.967698      1.950100      -0.960089 38589 
     H      -1.850085      1.553116      -0.896536 38590 
     H      -0.819714     -1.083540       1.514359 38591 
     H      -1.888379      0.262895       1.986474 38592 
Rotational constants (GHz):    1.1877800    0.9043900    0.6689300 38593 
Vibrational harmonic frequencies (cm-1): 38594 
       62.6346                   75.0197                  132.5872             38595 
      158.5819                  174.9316                  190.2276             38596 
      210.7066                  216.8092                  236.7516             38597 
      256.4013                  291.1641                  316.8328             38598 
      322.1027                  369.2664                  385.3348             38599 
      406.9791                  425.9377                  474.8621             38600 
      505.1635                  556.5905                  641.9485             38601 
      785.0575                  822.9706                  863.4582             38602 
      930.9269                  940.0141                  991.5961             38603 
     1000.0947                 1040.7909                 1082.1852             38604 
     1120.3843                 1136.4847                 1173.5601             38605 
     1194.8701                 1247.5962                 1278.5176             38606 
     1289.8485                 1355.1503                 1376.7065             38607 
     1400.2254                 1405.5532                 1417.8984             38608 
     1448.3168                 1474.6571                 1491.5336             38609 
     1499.2205                 1505.3862                 1846.8977             38610 
     3023.2856                 3072.8135                 3082.7055             38611 
     3085.0355                 3130.5812                 3162.0855             38612 
     3175.2886                 3692.9813                 3754.6645             38613 
Zero-point correction (Hartree): 0.156533 38614 
 38615 
diHPCARP_I.tmppmtpmu 38616 
-------------------- 38617 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17982062  38618 
Electronic state : 2-A 38619 
Cartesian coordinates (Angs): 38620 
     O      -1.692512      2.213420      -0.062535 38621 
     O      -1.314334      1.059651      -0.523773 38622 
     C       0.085519      0.783835      -0.225879 38623 
     C       0.299333     -0.675064      -0.718763 38624 
     C      -0.192151     -1.737707       0.262176 38625 
     O      -1.457290     -1.411972       0.790477 38626 
     O      -2.413080     -1.571738      -0.251211 38627 
     H      -2.640913     -0.652791      -0.449579 38628 
     C       0.954856      1.766385      -0.989526 38629 
     H       0.648132      2.783008      -0.753550 38630 
     H       0.861298      1.588987      -2.059247 38631 
     H       1.995712      1.633311      -0.704543 38632 
     C       0.280998      0.940962       1.274741 38633 
     O       1.369865      0.829755       1.768462 38634 
     H      -0.617654      1.152683       1.872713 38635 
     H      -0.262175     -0.747538      -1.653837 38636 
     O       1.628121     -0.903035      -1.123971 38637 
     O       2.463223     -1.146626       0.000351 38638 
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     H       2.522568     -0.284579       0.446240 38639 
     H      -0.213595     -2.711890      -0.226382 38640 
     H       0.463341     -1.787302       1.129304 38641 
Rotational constants (GHz):    1.0677900    0.9336700    0.6839100 38642 
Vibrational harmonic frequencies (cm-1): 38643 
       47.6237                   97.2211                  114.0231             38644 
      143.2546                  166.3645                  179.1052             38645 
      197.8691                  230.1826                  242.4283             38646 
      249.7579                  296.2858                  310.9580             38647 
      332.0878                  372.8222                  383.7502             38648 
      403.2055                  460.0998                  474.9254             38649 
      512.0816                  555.8950                  636.3857             38650 
      687.7216                  770.4762                  886.8786             38651 
      944.4774                  970.0261                  976.1352             38652 
      983.2547                 1052.4343                 1113.4412             38653 
     1130.1131                 1141.7509                 1149.8221             38654 
     1207.6438                 1241.5583                 1278.3290             38655 
     1294.4265                 1334.3422                 1371.6401             38656 
     1400.8977                 1406.9942                 1421.9983             38657 
     1428.4520                 1473.7335                 1479.3166             38658 
     1493.7545                 1503.7018                 1848.6619             38659 
     3035.9492                 3084.7695                 3086.2807             38660 
     3096.1589                 3160.8338                 3168.4359             38661 
     3173.8593                 3705.4338                 3794.7980             38662 
Zero-point correction (Hartree): 0.156521 38663 
 38664 
diHPCARP_I.tmtpmpppu 38665 
-------------------- 38666 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17979834  38667 
Electronic state : 2-A 38668 
Cartesian coordinates (Angs): 38669 
     O      -2.999186     -0.967374      -0.445891 38670 
     O      -1.741919     -0.915142      -0.763207 38671 
     C      -1.092090      0.271226      -0.236701 38672 
     C       0.368402      0.078323      -0.694268 38673 
     C       1.063647     -1.116861      -0.051521 38674 
     O       2.378158     -1.272509      -0.547697 38675 
     O       3.214483     -0.335241       0.128679 38676 
     H       3.404514      0.294959      -0.579179 38677 
     C      -1.710418      1.519510      -0.824711 38678 
     H      -2.768227      1.558981      -0.570896 38679 
     H      -1.598937      1.525370      -1.907690 38680 
     H      -1.208880      2.395457      -0.417083 38681 
     C      -1.231329      0.261787       1.293088 38682 
     O      -1.240014     -0.745341       1.935613 38683 
     H      -1.324238      1.257300       1.756695 38684 
     H       0.349298     -0.068199      -1.777825 38685 
     O       1.104966      1.274763      -0.548279 38686 
     O       1.177027      1.578146       0.837729 38687 
     H       1.983165      1.100824       1.097495 38688 
     H       1.085422     -1.055214       1.035477 38689 
     H       0.540490     -2.031808      -0.327895 38690 
Rotational constants (GHz):    1.5084800    0.6566500    0.6148200 38691 
Vibrational harmonic frequencies (cm-1): 38692 
       56.2928                   79.2466                  109.0843             38693 
      123.5287                  135.9723                  190.2912             38694 
      199.5174                  215.0100                  235.9525             38695 
      252.7948                  297.0564                  304.8882             38696 
      321.8317                  364.9450                  373.5876             38697 
      392.9027                  435.2145                  510.1770             38698 
      580.0880                  594.6517                  646.8666             38699 
      705.7218                  825.5514                  881.1248             38700 
      917.5176                  951.2228                  985.3550             38701 
     1001.5041                 1011.4805                 1102.8541             38702 
     1116.2413                 1133.2712                 1175.8504             38703 
     1192.1856                 1262.4356                 1281.6844             38704 
     1309.5315                 1324.0628                 1379.2273             38705 
     1406.7560                 1407.7194                 1420.4786             38706 
     1426.0057                 1437.6943                 1479.9514             38707 
     1488.6195                 1497.7235                 1871.1398             38708 
     3003.3229                 3078.2912                 3081.8433             38709 
     3103.9189                 3155.0476                 3160.8270             38710 
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     3163.5323                 3722.1034                 3806.6797             38711 
Zero-point correction (Hartree): 0.156484 38712 
 38713 
diHPCARP_I.tpmmptmmu 38714 
-------------------- 38715 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18007750  38716 
Electronic state : 2-A 38717 
Cartesian coordinates (Angs): 38718 
     O       0.760746     -1.781571      -1.637324 38719 
     O       0.064675     -0.840641      -1.074741 38720 
     C       0.625378     -0.448003       0.203523 38721 
     C      -0.218449      0.739067       0.690613 38722 
     C      -1.591740      0.360631       1.239407 38723 
     O      -2.269934     -0.618636       0.492438 38724 
     O      -2.760216     -0.020069      -0.695122 38725 
     H      -2.023529     -0.153856      -1.310973 38726 
     C       0.611285     -1.619460       1.174109 38727 
     H       1.285380     -2.396343       0.821271 38728 
     H      -0.393117     -2.026477       1.258458 38729 
     H       0.963402     -1.272024       2.144367 38730 
     C       2.076109     -0.011506      -0.017948 38731 
     O       2.755001      0.351247       0.898454 38732 
     H       2.448796     -0.090676      -1.050576 38733 
     H       0.355807      1.219908       1.491655 38734 
     O      -0.458591      1.667642      -0.354641 38735 
     O       0.789645      2.057408      -0.903108 38736 
     H       0.965862      2.895137      -0.453914 38737 
     H      -1.466331     -0.083825       2.226777 38738 
     H      -2.202383      1.260741       1.327049 38739 
Rotational constants (GHz):    1.2377400    0.8126200    0.7127200 38740 
Vibrational harmonic frequencies (cm-1): 38741 
       73.7925                   90.5325                  106.8049             38742 
      137.1989                  141.4109                  174.2502             38743 
      202.1637                  223.0137                  242.7029             38744 
      250.4279                  263.7588                  282.0113             38745 
      310.2605                  363.3486                  368.5086             38746 
      421.1548                  436.0143                  454.6670             38747 
      492.8313                  591.4723                  640.7377             38748 
      721.6988                  799.3145                  879.2372             38749 
      918.3326                  972.6610                  989.3214             38750 
     1002.7170                 1030.3184                 1060.1266             38751 
     1146.0159                 1155.1805                 1160.2522             38752 
     1205.5400                 1248.2247                 1286.9541             38753 
     1312.0096                 1364.5470                 1376.3875             38754 
     1394.0823                 1400.1242                 1405.8765             38755 
     1413.3372                 1450.8165                 1465.2368             38756 
     1487.6500                 1515.6362                 1860.2958             38757 
     3025.6879                 3038.4785                 3081.8020             38758 
     3085.4393                 3136.8160                 3163.7080             38759 
     3179.9229                 3768.2037                 3800.5816             38760 
Zero-point correction (Hartree): 0.156213 38761 
 38762 
diHPCARP_I.tpmmptmtu 38763 
-------------------- 38764 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17966889  38765 
Electronic state : 2-A 38766 
Cartesian coordinates (Angs): 38767 
     O      -0.803683     -1.680759       1.715329 38768 
     O      -0.091426     -0.775000       1.114637 38769 
     C      -0.630051     -0.440807      -0.191638 38770 
     C       0.231334      0.720258      -0.715380 38771 
     C       1.597191      0.306875      -1.256331 38772 
     O       2.266213     -0.661223      -0.484677 38773 
     O       2.752371     -0.041315       0.694036 38774 
     H       2.025682     -0.196191       1.315718 38775 
     C      -0.609948     -1.656373      -1.105420 38776 
     H      -1.291399     -2.413246      -0.724184 38777 
     H       0.393162     -2.070343      -1.163897 38778 
     H      -0.953331     -1.351102      -2.092810 38779 
     C      -2.081779      0.011134      -0.011844 38780 
     O      -2.756677      0.300820      -0.954679 38781 
     H      -2.462078      0.009287       1.022107 38782 
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     H      -0.336590      1.190481      -1.526126 38783 
     O       0.485006      1.674876       0.295214 38784 
     O      -0.785351      2.167943       0.718703 38785 
     H      -0.629566      2.271207       1.665762 38786 
     H       1.463696     -0.165496      -2.229410 38787 
     H       2.218312      1.196156      -1.371985 38788 
Rotational constants (GHz):    1.2333100    0.8081900    0.7129500 38789 
Vibrational harmonic frequencies (cm-1): 38790 
       60.5173                   95.3223                  110.2730             38791 
      128.8768                  141.8503                  169.9371             38792 
      200.0173                  213.3034                  224.6978             38793 
      245.3893                  255.0552                  278.8511             38794 
      308.5427                  356.3867                  369.1572             38795 
      389.9695                  420.4408                  443.6103             38796 
      490.8398                  589.6764                  638.4410             38797 
      722.7007                  795.8091                  875.4595             38798 
      917.4057                  972.1881                  990.3838             38799 
     1001.5272                 1030.1003                 1067.5991             38800 
     1141.4913                 1148.7782                 1160.6101             38801 
     1204.0700                 1246.7849                 1284.4485             38802 
     1310.9551                 1355.0635                 1377.6514             38803 
     1393.7484                 1401.9948                 1412.4512             38804 
     1427.7196                 1447.2138                 1466.2772             38805 
     1487.9166                 1515.0934                 1867.4097             38806 
     3011.7989                 3049.2114                 3084.5265             38807 
     3087.0685                 3140.1591                 3164.2100             38808 
     3181.5582                 3775.5867                 3832.4150             38809 
Zero-point correction (Hartree): 0.156010 38810 
 38811 
diHPCARP_I.tpmmpttmu 38812 
-------------------- 38813 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18109076  38814 
Electronic state : 2-A 38815 
Cartesian coordinates (Angs): 38816 
     O       1.554179     -1.686121      -1.361112 38817 
     O       0.532895     -1.068819      -0.849507 38818 
     C       0.944744     -0.152793       0.202958 38819 
     C      -0.287371      0.683194       0.560269 38820 
     C      -1.401075     -0.070351       1.272161 38821 
     O      -1.804384     -1.265764       0.645119 38822 
     O      -2.414386     -0.923566      -0.593454 38823 
     H      -1.682273     -1.069048      -1.212676 38824 
     C       1.506671     -0.932513       1.375471 38825 
     H       2.413006     -1.448770       1.068394 38826 
     H       0.780408     -1.664326       1.722757 38827 
     H       1.755141     -0.238875       2.176684 38828 
     C       2.000271      0.788755      -0.387328 38829 
     O       2.613869      1.537763       0.312662 38830 
     H       2.140917      0.734731      -1.478363 38831 
     H       0.051217      1.482910       1.229266 38832 
     O      -0.667031      1.241597      -0.691196 38833 
     O      -1.842159      2.007727      -0.531640 38834 
     H      -2.521027      1.354122      -0.764164 38835 
     H      -1.045902     -0.383543       2.254200 38836 
     H      -2.254795      0.592517       1.415748 38837 
Rotational constants (GHz):    1.2575900    0.7941100    0.6610100 38838 
Vibrational harmonic frequencies (cm-1): 38839 
       63.6659                   74.9089                  101.6227             38840 
      125.0801                  131.1892                  188.9598             38841 
      213.1107                  227.4209                  234.5976             38842 
      252.1042                  260.6152                  327.6049             38843 
      332.0399                  376.1876                  404.5445             38844 
      470.3637                  471.8222                  480.1194             38845 
      530.6728                  582.4183                  642.4426             38846 
      747.8846                  797.2778                  862.5910             38847 
      918.6465                  956.8811                  990.5146             38848 
      992.6159                 1042.2079                 1051.5975             38849 
     1128.9148                 1154.5034                 1174.4385             38850 
     1226.3126                 1238.9650                 1287.7833             38851 
     1300.6758                 1368.9688                 1385.8221             38852 
     1396.7570                 1407.9818                 1414.0912             38853 
     1431.8432                 1447.5805                 1479.1494             38854 
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     1488.9595                 1511.1132                 1872.6221             38855 
     3018.5870                 3045.8846                 3083.2106             38856 
     3091.3525                 3136.4120                 3168.5510             38857 
     3169.9903                 3744.1227                 3759.3958             38858 
Zero-point correction (Hartree): 0.156705 38859 
 38860 
diHPCARP_I.tptmpttmu 38861 
-------------------- 38862 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18009833  38863 
Electronic state : 2-A 38864 
Cartesian coordinates (Angs): 38865 
     O       2.724424     -1.040155      -1.138368 38866 
     O       1.437724     -0.940738      -0.989681 38867 
     C       1.107517     -0.196330       0.211917 38868 
     C      -0.393956      0.072727       0.147026 38869 
     C      -1.232803     -1.193822       0.020100 38870 
     O      -2.593817     -0.898401      -0.216486 38871 
     O      -3.112056     -0.276644       0.949658 38872 
     H      -2.983565      0.663261       0.747542 38873 
     C       1.525328     -0.980706       1.441850 38874 
     H       2.601123     -1.138422       1.416859 38875 
     H       1.026902     -1.946759       1.476498 38876 
     H       1.276259     -0.404231       2.330161 38877 
     C       1.836810      1.151003       0.151612 38878 
     O       1.891902      1.863418       1.108922 38879 
     H       2.284879      1.412511      -0.819556 38880 
     H      -0.652984      0.627941       1.051543 38881 
     O      -0.573161      0.925026      -0.977412 38882 
     O      -1.795561      1.631651      -0.822800 38883 
     H      -2.379742      1.128043      -1.407835 38884 
     H      -0.923929     -1.762807      -0.856938 38885 
     H      -1.141963     -1.810014       0.916033 38886 
Rotational constants (GHz):    1.4154600    0.6302100    0.5725600 38887 
Vibrational harmonic frequencies (cm-1): 38888 
       53.5934                   70.9686                   93.9045             38889 
      118.3767                  152.9960                  176.1083             38890 
      200.7884                  207.2976                  224.0907             38891 
      252.9917                  268.1231                  302.3293             38892 
      327.6047                  367.1185                  397.1768             38893 
      416.3540                  459.9065                  477.1774             38894 
      518.8659                  565.9588                  626.2002             38895 
      670.8392                  832.4853                  893.0682             38896 
      943.7943                  969.1154                  982.2938             38897 
      996.2895                 1037.6532                 1091.5404             38898 
     1128.2662                 1149.7859                 1166.0051             38899 
     1226.5911                 1249.7039                 1282.7418             38900 
     1311.5553                 1341.8530                 1381.5536             38901 
     1398.3347                 1410.6420                 1422.5315             38902 
     1430.5904                 1441.8843                 1473.7539             38903 
     1485.9969                 1506.2823                 1873.1229             38904 
     3020.3852                 3077.7847                 3087.9391             38905 
     3090.0017                 3142.9749                 3171.3766             38906 
     3174.0638                 3747.9252                 3786.3583             38907 
Zero-point correction (Hartree): 0.156453 38908 
 38909 
diHPCARP_I.tptpmtppu 38910 
-------------------- 38911 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18007136  38912 
Electronic state : 2-A 38913 
Cartesian coordinates (Angs): 38914 
     O      -2.216004     -0.896158       1.634179 38915 
     O      -1.022298     -0.856626       1.124942 38916 
     C      -1.049345     -0.293889      -0.215007 38917 
     C       0.403932     -0.000731      -0.617044 38918 
     C       1.383332     -1.079248      -0.165123 38919 
     O       2.688620     -0.823481      -0.640711 38920 
     O       3.282308      0.157764       0.204588 38921 
     H       3.239255      0.945193      -0.355453 38922 
     C      -1.717654     -1.274371      -1.158930 38923 
     H      -2.689440     -1.554064      -0.758481 38924 
     H      -1.112165     -2.170104      -1.287446 38925 
     H      -1.863803     -0.789571      -2.121613 38926 
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     C      -1.819882      1.029818      -0.148187 38927 
     O      -2.350764      1.493960      -1.112296 38928 
     H      -1.820833      1.522007       0.836778 38929 
     H       0.430347      0.073245      -1.706527 38930 
     O       0.828717      1.294675      -0.220629 38931 
     O       0.835926      1.361020       1.197441 38932 
     H       1.735895      1.060786       1.403967 38933 
     H       1.397363     -1.187630       0.918249 38934 
     H       1.109035     -2.038553      -0.603831 38935 
Rotational constants (GHz):    1.4780600    0.6419700    0.6060400 38936 
Vibrational harmonic frequencies (cm-1): 38937 
       65.1808                   81.4710                   88.2643             38938 
      126.3029                  164.2837                  191.4945             38939 
      193.0434                  215.0980                  234.6426             38940 
      259.7055                  284.7282                  305.8610             38941 
      326.0005                  353.4389                  381.4172             38942 
      401.4841                  463.2800                  506.1380             38943 
      531.5991                  611.3283                  633.4204             38944 
      699.7695                  807.4212                  879.5093             38945 
      940.0857                  960.4658                  978.1903             38946 
      993.7558                 1008.8605                 1098.2110             38947 
     1118.7871                 1135.6185                 1161.7194             38948 
     1224.6466                 1245.4825                 1279.4905             38949 
     1309.1779                 1317.2551                 1391.1273             38950 
     1398.9631                 1409.1280                 1412.7795             38951 
     1419.1065                 1438.3789                 1479.7053             38952 
     1485.4605                 1503.3831                 1874.0155             38953 
     3025.4890                 3082.9363                 3095.3612             38954 
     3100.8231                 3151.3170                 3164.4702             38955 
     3173.2471                 3740.5186                 3797.3591             38956 
Zero-point correction (Hartree): 0.156556 38957 
 38958 
 38959 
 38960 
(2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-Ib) 38961 
=============================================================== 38962 
 38963 
diHPCARP_Ib.mmmmptmmu 38964 
--------------------- 38965 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17981133  38966 
Electronic state : 2-A 38967 
Cartesian coordinates (Angs): 38968 
     O      -2.473915     -0.962563      -1.012460 38969 
     O      -1.542280     -1.318217      -0.002444 38970 
     C      -0.832744     -0.151050       0.408422 38971 
     C      -0.061541      0.390759      -0.814153 38972 
     C       0.885527     -0.634728      -1.410584 38973 
     O       1.669908     -1.304816      -0.447694 38974 
     O       2.737868     -0.452104      -0.072704 38975 
     H       2.414767     -0.052491       0.753670 38976 
     C      -1.742853      0.892922       1.035042 38977 
     H      -2.346946      0.427048       1.813975 38978 
     H      -2.391134      1.336616       0.282568 38979 
     H      -1.139317      1.677876       1.484800 38980 
     C       0.110702     -0.697855       1.479032 38981 
     O       0.876923      0.008282       2.077027 38982 
     H       0.004443     -1.772048       1.698080 38983 
     H      -0.786418      0.703510      -1.564924 38984 
     O       0.686897      1.566559      -0.444511 38985 
     O      -0.007023      2.653720      -0.606232 38986 
     H      -3.315039     -1.063536      -0.549875 38987 
     H       0.288795     -1.418028      -1.877713 38988 
     H       1.529278     -0.166114      -2.154995 38989 
Rotational constants (GHz):    1.1241200    0.8453400    0.7583100 38990 
Vibrational harmonic frequencies (cm-1): 38991 
       54.2692                  102.0056                  105.4048             38992 
      130.5217                  170.8742                  173.2533             38993 
      201.5991                  214.8976                  238.3137             38994 
      242.7834                  253.0165                  299.9800             38995 
      319.5591                  328.2183                  400.2947             38996 
      407.9127                  433.6877                  456.0380             38997 
      465.5830                  500.3675                  656.4913             38998 
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      690.8831                  848.1253                  870.3976             38999 
      913.0820                  955.2080                  981.3766             39000 
     1006.9074                 1044.4773                 1052.0564             39001 
     1125.8004                 1145.2721                 1173.5777             39002 
     1193.8757                 1259.0687                 1283.2456             39003 
     1318.1574                 1351.9092                 1365.7449             39004 
     1398.9497                 1401.8732                 1407.7158             39005 
     1419.7838                 1460.8896                 1474.6375             39006 
     1493.4152                 1498.1882                 1845.2483             39007 
     3015.5787                 3074.0745                 3089.3143             39008 
     3124.1367                 3146.3285                 3153.1192             39009 
     3173.0252                 3687.6190                 3821.0766             39010 
Zero-point correction (Hartree): 0.155870 39011 
 39012 
diHPCARP_Ib.mmmmpttmu 39013 
--------------------- 39014 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18002533  39015 
Electronic state : 2-A 39016 
Cartesian coordinates (Angs): 39017 
     O      -2.574633      0.570595      -1.184048 39018 
     O      -1.839658     -0.577850      -0.787421 39019 
     C      -0.970837     -0.225280       0.286181 39020 
     C       0.012691      0.840556      -0.225192 39021 
     C       0.832002      0.379872      -1.416902 39022 
     O       1.376113     -0.911520      -1.249736 39023 
     O       2.521407     -0.806779      -0.420837 39024 
     H       2.180394     -1.072536       0.450713 39025 
     C      -1.723897      0.240766       1.521839 39026 
     H      -2.490128     -0.488354       1.784591 39027 
     H      -2.190683      1.206689       1.338780 39028 
     H      -1.027373      0.332631       2.351873 39029 
     C      -0.273010     -1.552390       0.590566 39030 
     O       0.525605     -1.666813       1.480162 39031 
     H      -0.591169     -2.404360      -0.030647 39032 
     H      -0.551536      1.732488      -0.498981 39033 
     O       0.857343      1.207427       0.889157 39034 
     O       1.519705      2.293732       0.634884 39035 
     H      -3.472686      0.323699      -0.931341 39036 
     H       0.171504      0.296825      -2.279939 39037 
     H       1.622923      1.101449      -1.621294 39038 
Rotational constants (GHz):    1.1718500    0.8081700    0.7499600 39039 
Vibrational harmonic frequencies (cm-1): 39040 
       58.7636                   81.7023                  119.4749             39041 
      133.4017                  163.1681                  192.6891             39042 
      196.9358                  210.1940                  229.0638             39043 
      235.7680                  253.8733                  288.5954             39044 
      319.0382                  331.2051                  368.7143             39045 
      415.6536                  424.9853                  459.4123             39046 
      470.8811                  548.3831                  650.8100             39047 
      702.6972                  843.5760                  864.4377             39048 
      913.9839                  957.5015                  976.2044             39049 
     1003.0449                 1052.0988                 1055.6531             39050 
     1106.2628                 1139.9672                 1178.6700             39051 
     1196.8861                 1274.9719                 1288.2594             39052 
     1311.2403                 1358.1011                 1360.7633             39053 
     1396.8759                 1399.7280                 1408.7545             39054 
     1420.7069                 1462.0561                 1472.0885             39055 
     1494.3478                 1501.8806                 1846.5748             39056 
     3015.8194                 3075.0610                 3090.9521             39057 
     3113.1266                 3148.4071                 3152.8558             39058 
     3172.1893                 3697.9108                 3824.9620             39059 
Zero-point correction (Hartree): 0.155898 39060 
 39061 
diHPCARP_Ib.pmmmmmmpu 39062 
--------------------- 39063 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17968988  39064 
Electronic state : 2-A 39065 
Cartesian coordinates (Angs): 39066 
     O       2.011575      0.543383      -1.267933 39067 
     O       1.656473     -0.781916      -0.899287 39068 
     C       0.585010     -0.769445       0.022291 39069 
     C      -0.725003     -0.372822      -0.692324 39070 
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     C      -0.816900      1.076353      -1.139164 39071 
     O      -0.378301      2.001036      -0.167275 39072 
     O      -1.386834      2.079636       0.839278 39073 
     H      -1.588032      3.023173       0.825677 39074 
     C       0.516096     -2.208594       0.531040 39075 
     H       1.490406     -2.478410       0.933187 39076 
     H       0.263712     -2.877283      -0.290121 39077 
     H      -0.238089     -2.312397       1.307916 39078 
     C       0.895460      0.106041       1.229006 39079 
     O       2.005354      0.492377       1.475673 39080 
     H       0.044035      0.305162       1.900143 39081 
     H      -0.843849     -1.027595      -1.555798 39082 
     O      -1.843951     -0.642553       0.187988 39083 
     O      -2.368067     -1.811676      -0.031296 39084 
     H       2.555584      0.808328      -0.508767 39085 
     H      -0.140083      1.223853      -1.977181 39086 
     H      -1.841662      1.303681      -1.437340 39087 
Rotational constants (GHz):    1.0762400    0.9322200    0.6987200 39088 
Vibrational harmonic frequencies (cm-1): 39089 
       55.3129                   87.6731                  102.0123             39090 
      127.8500                  136.9575                  166.7818             39091 
      185.2709                  206.4121                  222.1005             39092 
      234.0368                  283.2946                  299.7455             39093 
      309.7469                  354.3195                  372.8106             39094 
      405.0863                  460.9707                  492.0277             39095 
      511.0983                  539.5824                  625.3479             39096 
      766.9722                  837.4440                  866.7266             39097 
      929.2014                  935.1135                  972.4619             39098 
     1003.2082                 1046.6826                 1056.0231             39099 
     1109.3859                 1131.3144                 1175.5982             39100 
     1224.2497                 1240.6262                 1284.6553             39101 
     1320.2459                 1348.2689                 1362.9219             39102 
     1393.7776                 1404.2290                 1422.5548             39103 
     1425.0541                 1441.3217                 1456.6922             39104 
     1489.5509                 1500.5428                 1850.1251             39105 
     3018.7038                 3080.4138                 3083.9520             39106 
     3110.7505                 3162.4136                 3164.5899             39107 
     3169.2080                 3736.0821                 3832.6811             39108 
Zero-point correction (Hartree): 0.156128 39109 
 39110 
diHPCARP_Ib.pmmmmmtpu 39111 
--------------------- 39112 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18078123  39113 
Electronic state : 2-A 39114 
Cartesian coordinates (Angs): 39115 
     O      -1.850033     -0.881174      -1.344948 39116 
     O      -1.829645      0.478261      -0.933205 39117 
     C      -0.820403      0.687152       0.033050 39118 
     C       0.568885      0.632408      -0.624951 39119 
     C       1.024395     -0.732891      -1.108376 39120 
     O       0.787818     -1.761896      -0.170755 39121 
     O       1.754610     -1.628169       0.869895 39122 
     H       2.214401     -2.474286       0.807885 39123 
     C      -1.105650      2.089775       0.569336 39124 
     H      -2.126707      2.120282       0.943656 39125 
     H      -0.998185      2.814346      -0.236877 39126 
     H      -0.415156      2.347066       1.368974 39127 
     C      -0.965030     -0.272810       1.208065 39128 
     O      -1.964941     -0.910603       1.395528 39129 
     H      -0.117396     -0.292496       1.912165 39130 
     H       0.575004      1.328965      -1.465191 39131 
     O       1.498657      1.155886       0.360642 39132 
     O       2.663757      1.388099      -0.156188 39133 
     H      -2.345991     -1.288912      -0.616671 39134 
     H       0.435706     -1.012491      -1.978575 39135 
     H       2.083365     -0.687491      -1.365868 39136 
Rotational constants (GHz):    1.2099800    0.8475700    0.6986500 39137 
Vibrational harmonic frequencies (cm-1): 39138 
       58.1627                   82.5441                   98.9037             39139 
      138.1392                  156.2179                  170.8804             39140 
      192.8056                  198.1871                  219.8046             39141 
      228.6075                  264.7369                  301.9742             39142 
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      324.2561                  342.2651                  359.8400             39143 
      419.7141                  439.0173                  475.2383             39144 
      529.2623                  567.5989                  667.1070             39145 
      756.9733                  831.9109                  865.8047             39146 
      930.4984                  936.6373                  967.6113             39147 
      996.4061                 1052.2359                 1062.5870             39148 
     1090.8629                 1127.0388                 1176.4810             39149 
     1227.9118                 1259.9149                 1291.2823             39150 
     1315.5355                 1346.7949                 1368.0885             39151 
     1392.1761                 1403.2713                 1420.9841             39152 
     1423.3936                 1444.8992                 1461.6550             39153 
     1492.7346                 1500.6322                 1850.4344             39154 
     3018.9654                 3079.3573                 3092.0206             39155 
     3100.9059                 3159.1465                 3168.3712             39156 
     3172.9214                 3739.2545                 3829.2660             39157 
Zero-point correction (Hartree): 0.156260 39158 
 39159 
diHPCARP_Ib.pmppmpppu 39160 
--------------------- 39161 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18088531  39162 
Electronic state : 2-A 39163 
Cartesian coordinates (Angs): 39164 
     O      -1.796932      0.908607      -0.985145 39165 
     O      -0.484041      1.425773      -1.128387 39166 
     C       0.390226      0.831905      -0.180891 39167 
     C       0.575640     -0.680700      -0.495006 39168 
     C      -0.030218     -1.681713       0.492734 39169 
     O      -1.386323     -1.427976       0.737981 39170 
     O      -2.106082     -1.800402      -0.428992 39171 
     H      -2.225085     -0.933892      -0.853997 39172 
     C       1.674710      1.646057      -0.350244 39173 
     H       1.422513      2.699778      -0.252696 39174 
     H       2.098129      1.465191      -1.335910 39175 
     H       2.411497      1.375000       0.401326 39176 
     C      -0.106440      1.096835       1.233063 39177 
     O      -1.037627      1.811158       1.478522 39178 
     H       0.497519      0.635957       2.034497 39179 
     H       0.161310     -0.841053      -1.489449 39180 
     O       1.967263     -1.038441      -0.653509 39181 
     O       2.613444     -0.977067       0.473228 39182 
     H      -2.115884      1.409737      -0.215437 39183 
     H       0.107421     -2.691251       0.102654 39184 
     H       0.461452     -1.606990       1.461496 39185 
Rotational constants (GHz):    1.0879800    0.9383600    0.6805500 39186 
Vibrational harmonic frequencies (cm-1): 39187 
       20.5815                   89.4223                  114.3104             39188 
      147.3950                  166.5902                  203.1700             39189 
      235.7136                  259.1090                  268.9150             39190 
      285.5765                  299.9255                  333.7712             39191 
      358.4728                  375.3640                  391.2038             39192 
      469.4627                  500.8196                  541.3828             39193 
      558.0107                  599.1935                  627.9642             39194 
      732.7589                  824.9705                  903.9850             39195 
      932.9539                  963.6591                  987.5307             39196 
      994.2432                 1054.6370                 1059.2915             39197 
     1116.1574                 1151.2296                 1162.3419             39198 
     1217.5762                 1237.7139                 1243.4590             39199 
     1303.1593                 1351.9347                 1383.7848             39200 
     1397.5679                 1411.9745                 1419.0476             39201 
     1438.4624                 1457.2448                 1495.5803             39202 
     1496.1967                 1500.3368                 1858.2788             39203 
     2986.8587                 3085.2860                 3085.7114             39204 
     3127.7689                 3151.7196                 3168.2124             39205 
     3175.6739                 3686.1009                 3713.2596             39206 
Zero-point correction (Hartree): 0.157474 39207 
 39208 
diHPCARP_Ib.ppmmpmmpu 39209 
--------------------- 39210 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18081273  39211 
Electronic state : 2-A 39212 
Cartesian coordinates (Angs): 39213 
     O       0.597552     -0.451761       1.799923 39214 
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     O       0.289525      0.763787       1.128067 39215 
     C       0.553276      0.645899      -0.254802 39216 
     C      -0.384711     -0.304389      -1.014447 39217 
     C      -1.861497      0.075392      -1.031072 39218 
     O      -2.351965      0.666118       0.141229 39219 
     O      -2.374144     -0.330524       1.149072 39220 
     H      -1.562401     -0.135110       1.642611 39221 
     C       0.376385      2.068022      -0.792797 39222 
     H       1.115101      2.721132      -0.333069 39223 
     H      -0.618697      2.425344      -0.536846 39224 
     H       0.505011      2.089061      -1.874751 39225 
     C       2.015549      0.273816      -0.487497 39226 
     O       2.829011      0.250684       0.392214 39227 
     H       2.295206      0.109554      -1.542486 39228 
     H      -0.038225     -0.344107      -2.051480 39229 
     O      -0.283475     -1.664958      -0.528127 39230 
     O       0.920958     -2.117536      -0.665508 39231 
     H       1.555406     -0.361274       1.930223 39232 
     H      -2.022071      0.830696      -1.801202 39233 
     H      -2.443040     -0.814218      -1.284263 39234 
Rotational constants (GHz):    1.3238300    0.8244000    0.7595300 39235 
Vibrational harmonic frequencies (cm-1): 39236 
       70.6721                   94.0692                  134.1700             39237 
      140.2470                  172.5514                  192.3422             39238 
      214.9184                  238.9464                  243.7011             39239 
      264.0804                  291.4215                  339.1995             39240 
      352.9434                  375.8351                  379.9469             39241 
      433.1834                  467.0450                  478.8700             39242 
      496.3113                  591.6876                  616.6184             39243 
      792.2041                  846.4418                  879.0587             39244 
      925.5276                  929.4227                  971.9481             39245 
      990.6220                 1037.0516                 1053.9543             39246 
     1130.0360                 1152.8017                 1167.8371             39247 
     1203.2594                 1270.4338                 1296.2687             39248 
     1322.8661                 1362.0564                 1375.5775             39249 
     1397.8062                 1410.9748                 1417.5898             39250 
     1425.9677                 1433.3207                 1466.5445             39251 
     1488.1540                 1514.4315                 1857.2725             39252 
     2987.1088                 3061.4366                 3071.3817             39253 
     3077.8622                 3125.4909                 3156.9132             39254 
     3169.9199                 3740.2687                 3765.8997             39255 
Zero-point correction (Hartree): 0.156885 39256 
 39257 
diHPCARP_Ib.ppmmpttmu 39258 
--------------------- 39259 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18076237  39260 
Electronic state : 2-A 39261 
Cartesian coordinates (Angs): 39262 
     O      -0.754899     -0.280759       2.121319 39263 
     O      -0.356585     -1.122058       1.043402 39264 
     C      -0.795125     -0.564368      -0.193116 39265 
     C       0.134934      0.530456      -0.716533 39266 
     C       1.500502      0.069956      -1.212393 39267 
     O       2.073021     -1.000451      -0.504143 39268 
     O       2.381467     -0.548730       0.806714 39269 
     H       1.691008     -1.002896       1.313467 39270 
     C      -0.869120     -1.735248      -1.169359 39271 
     H      -1.653602     -2.422562      -0.856459 39272 
     H       0.079924     -2.266061      -1.181233 39273 
     H      -1.099687     -1.367139      -2.168415 39274 
     C      -2.222384     -0.047462      -0.019020 39275 
     O      -2.668814      0.860325      -0.656291 39276 
     H      -2.827472     -0.634244       0.691907 39277 
     H      -0.377022      1.060676      -1.520660 39278 
     O       0.282375      1.496417       0.359566 39279 
     O       0.824509      2.599888      -0.050029 39280 
     H      -0.124770      0.455477       2.073781 39281 
     H       1.399199     -0.311828      -2.229027 39282 
     H       2.170985      0.931526      -1.225147 39283 
Rotational constants (GHz):    1.1662000    0.8461500    0.7433300 39284 
Vibrational harmonic frequencies (cm-1): 39285 
       58.4985                   85.6948                   92.2201             39286 
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      135.7349                  169.1543                  186.0923             39287 
      197.5582                  221.7180                  233.7140             39288 
      260.6241                  292.5737                  324.7996             39289 
      351.2806                  355.6560                  390.1196             39290 
      423.4850                  457.9006                  512.8804             39291 
      545.3766                  562.8511                  600.4442             39292 
      729.2900                  845.3617                  867.6918             39293 
      930.2740                  964.7078                  971.9430             39294 
      994.6371                 1036.1571                 1048.6006             39295 
     1098.4177                 1147.0552                 1172.1778             39296 
     1224.1627                 1252.9536                 1293.0703             39297 
     1310.4501                 1352.5316                 1377.0424             39298 
     1396.1022                 1400.9983                 1421.2211             39299 
     1441.7308                 1457.3260                 1471.3783             39300 
     1489.7986                 1511.3505                 1873.2720             39301 
     3005.0494                 3075.9307                 3080.2360             39302 
     3110.5256                 3133.3644                 3153.4447             39303 
     3170.8743                 3742.8357                 3760.6752             39304 
Zero-point correction (Hartree): 0.156672 39305 
 39306 
diHPCARP_Ib.ppmpmtmmu 39307 
--------------------- 39308 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18021256  39309 
Electronic state : 2-A 39310 
Cartesian coordinates (Angs): 39311 
     O       0.180796      0.364874       1.966216 39312 
     O       0.219458     -0.819497       1.187750 39313 
     C      -0.531498     -0.657217      -0.012483 39314 
     C      -0.036676      0.489331      -0.907520 39315 
     C       1.445489      0.501485      -1.247023 39316 
     O       2.271458      0.517195      -0.095915 39317 
     O       2.748463     -0.796339       0.154672 39318 
     H       2.072155     -1.134256       0.766088 39319 
     C      -0.362959     -1.985820      -0.743432 39320 
     H      -0.712099     -2.792257      -0.101530 39321 
     H       0.679899     -2.164179      -0.996645 39322 
     H      -0.972378     -1.978605      -1.643805 39323 
     C      -2.018267     -0.496470       0.341128 39324 
     O      -2.880310     -0.724804      -0.456851 39325 
     H      -2.222168     -0.234347       1.390730 39326 
     H      -0.627317      0.452970      -1.826279 39327 
     O      -0.255394      1.807569      -0.329969 39328 
     O      -1.473833      2.000280       0.057763 39329 
     H       0.943985      0.858010       1.619434 39330 
     H       1.718402     -0.338770      -1.881452 39331 
     H       1.657887      1.429353      -1.779885 39332 
Rotational constants (GHz):    1.3313300    0.8206900    0.7172600 39333 
Vibrational harmonic frequencies (cm-1): 39334 
       51.9485                   87.5660                  115.7905             39335 
      137.0666                  173.3135                  203.9401             39336 
      218.7385                  226.5432                  233.8827             39337 
      276.6150                  287.9920                  309.7024             39338 
      329.7193                  345.5261                  424.2651             39339 
      487.0526                  503.5280                  509.2138             39340 
      566.2846                  590.1416                  640.4561             39341 
      709.0836                  801.2844                  897.2564             39342 
      912.8212                  951.5967                  962.2045             39343 
      995.5925                 1020.8697                 1060.1788             39344 
     1111.2669                 1136.6414                 1158.7394             39345 
     1222.7721                 1246.2083                 1295.3931             39346 
     1302.8240                 1345.3132                 1366.6987             39347 
     1395.3329                 1400.5262                 1413.5660             39348 
     1452.4438                 1466.7299                 1473.8708             39349 
     1490.6799                 1512.1185                 1861.3727             39350 
     3025.1723                 3083.4550                 3085.8319             39351 
     3093.0144                 3151.3345                 3164.3456             39352 
     3177.6454                 3686.7242                 3714.1527             39353 
Zero-point correction (Hartree): 0.156885 39354 
 39355 
diHPCARP_Ib.ppmpmtpmu 39356 
--------------------- 39357 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17994859  39358 
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Electronic state : 2-A 39359 
Cartesian coordinates (Angs): 39360 
     O       0.159777      0.190261       1.948713 39361 
     O      -0.012128     -0.962417       1.141708 39362 
     C      -0.757386     -0.623965      -0.017521 39363 
     C      -0.123503      0.465142      -0.901007 39364 
     C       1.358870      0.327703      -1.208550 39365 
     O       2.183150      0.087497      -0.081606 39366 
     O       2.448369     -1.305453       0.004305 39367 
     H       1.766158     -1.587786       0.635605 39368 
     C      -0.869222     -1.933263      -0.794256 39369 
     H      -1.290504     -2.702999      -0.149765 39370 
     H       0.111778     -2.261292      -1.134683 39371 
     H      -1.528901     -1.790530      -1.647240 39372 
     C      -2.163963     -0.191110       0.401928 39373 
     O      -2.987343      0.143147      -0.398629 39374 
     H      -2.367767     -0.257302       1.483897 39375 
     H      -0.679763      0.450787      -1.839687 39376 
     O      -0.442365      1.791283      -0.377719 39377 
     O       0.541443      2.370278       0.233504 39378 
     H       0.977050      0.574171       1.580667 39379 
     H       1.511776     -0.473311      -1.929815 39380 
     H       1.704176      1.264455      -1.644759 39381 
Rotational constants (GHz):    1.2585100    0.8709300    0.7263100 39382 
Vibrational harmonic frequencies (cm-1): 39383 
       76.5897                   93.8653                  109.4897             39384 
      143.0487                  160.2606                  199.3415             39385 
      214.0934                  227.9945                  244.5235             39386 
      270.3670                  283.9191                  298.2878             39387 
      327.2700                  350.3595                  422.7226             39388 
      490.7389                  521.6179                  536.5969             39389 
      548.2186                  620.3209                  638.2189             39390 
      711.9877                  837.2060                  878.6532             39391 
      919.9015                  951.6907                  962.4421             39392 
      976.1058                 1018.7927                 1065.4343             39393 
     1092.3002                 1142.1895                 1163.5191             39394 
     1232.4638                 1249.7472                 1263.8369             39395 
     1312.7093                 1355.4858                 1390.1505             39396 
     1397.0967                 1403.3594                 1413.3488             39397 
     1455.3282                 1464.3335                 1472.3158             39398 
     1493.4872                 1511.3246                 1870.4503             39399 
     3005.0430                 3078.2569                 3096.1133             39400 
     3105.8617                 3148.8308                 3156.9802             39401 
     3168.8033                 3685.1482                 3714.5710             39402 
Zero-point correction (Hartree): 0.157064 39403 
 39404 
diHPCARP_Ib.ppmpmttmu 39405 
--------------------- 39406 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18226780  39407 
Electronic state : 2-A 39408 
Cartesian coordinates (Angs): 39409 
     O       0.229245     -0.597932       1.967259 39410 
     O       0.222751     -1.367651       0.776456 39411 
     C      -0.607056     -0.744092      -0.194148 39412 
     C      -0.160312      0.659610      -0.613321 39413 
     C       1.312116      0.851106      -0.940542 39414 
     O       2.176116      0.441780       0.105853 39415 
     O       2.707552     -0.838539      -0.201438 39416 
     H       2.057714     -1.424980       0.221077 39417 
     C      -0.566659     -1.692535      -1.389418 39418 
     H      -0.889818     -2.684560      -1.078706 39419 
     H       0.445989     -1.764215      -1.784109 39420 
     H      -1.239359     -1.328874      -2.162933 39421 
     C      -2.042168     -0.699146       0.332521 39422 
     O      -2.919224     -0.150773      -0.267200 39423 
     H      -2.208383     -1.252704       1.272196 39424 
     H      -0.763288      0.955296      -1.472670 39425 
     O      -0.520504      1.579063       0.456375 39426 
     O      -0.525147      2.804912       0.034190 39427 
     H       0.952640      0.030891       1.796185 39428 
     H       1.585684      0.332054      -1.857482 39429 
     H       1.476974      1.920548      -1.076067 39430 
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Rotational constants (GHz):    1.1627000    0.8794000    0.6882500 39431 
Vibrational harmonic frequencies (cm-1): 39432 
       61.8149                   78.5555                   85.8153             39433 
      134.6060                  156.3867                  182.5149             39434 
      203.7938                  210.2707                  238.0292             39435 
      259.8545                  290.7461                  293.3742             39436 
      302.2696                  361.9471                  405.6412             39437 
      506.0266                  510.4248                  537.6168             39438 
      547.0999                  603.9230                  616.0854             39439 
      730.6480                  818.7649                  890.1885             39440 
      928.0948                  950.9689                  974.0202             39441 
      979.3753                 1031.5989                 1062.5492             39442 
     1099.4712                 1132.0140                 1169.5699             39443 
     1232.8934                 1255.2132                 1287.0801             39444 
     1301.9448                 1337.9153                 1370.8273             39445 
     1390.2701                 1400.7787                 1413.4282             39446 
     1457.6364                 1468.2261                 1473.9345             39447 
     1490.9748                 1509.2743                 1872.4212             39448 
     3003.3396                 3077.9458                 3092.9342             39449 
     3109.9635                 3148.2955                 3156.3332             39450 
     3169.1963                 3683.3490                 3703.2657             39451 
Zero-point correction (Hartree): 0.156650 39452 
 39453 
diHPCARP_Ib.ppppppmpu 39454 
--------------------- 39455 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18023022  39456 
Electronic state : 2-A 39457 
Cartesian coordinates (Angs): 39458 
     O      -1.224197     -0.246073       1.864643 39459 
     O      -0.622809     -1.202200       1.002828 39460 
     C      -0.446404     -0.626192      -0.271929 39461 
     C       0.422677      0.644652      -0.225256 39462 
     C       1.541271      0.595711       0.810666 39463 
     O       2.497426     -0.396424       0.521285 39464 
     O       3.102188     -0.051408      -0.723033 39465 
     H       4.016913      0.096747      -0.454297 39466 
     C       0.236284     -1.714342      -1.102861 39467 
     H      -0.395930     -2.600549      -1.119069 39468 
     H       1.199029     -1.965758      -0.668385 39469 
     H       0.388188     -1.365508      -2.123274 39470 
     C      -1.804554     -0.368957      -0.926807 39471 
     O      -2.842226     -0.537390      -0.348293 39472 
     H      -1.774807     -0.093458      -1.993047 39473 
     H       0.828197      0.838951      -1.217809 39474 
     O      -0.330088      1.825196       0.144383 39475 
     O      -1.199366      2.148515      -0.759312 39476 
     H      -2.156672     -0.319519       1.603346 39477 
     H       2.011720      1.579621       0.864600 39478 
     H       1.140300      0.322512       1.785040 39479 
Rotational constants (GHz):    1.3519600    0.7320600    0.6577100 39480 
Vibrational harmonic frequencies (cm-1): 39481 
       46.8760                   56.3414                   92.0075             39482 
      118.4291                  172.0069                  179.7091             39483 
      185.5725                  198.3019                  238.2232             39484 
      243.6456                  260.4173                  272.4454             39485 
      345.4621                  367.3441                  398.6445             39486 
      402.4377                  414.2425                  517.2214             39487 
      531.6862                  586.4846                  627.3658             39488 
      663.1636                  834.3217                  909.0741             39489 
      937.1925                  949.0231                  984.3489             39490 
     1002.7060                 1051.2117                 1060.8852             39491 
     1116.6264                 1151.7019                 1171.2621             39492 
     1213.9025                 1266.0943                 1294.7130             39493 
     1305.1921                 1340.6108                 1379.9270             39494 
     1391.3402                 1401.8778                 1421.8961             39495 
     1430.2052                 1434.8214                 1484.9666             39496 
     1487.2535                 1510.4235                 1850.2215             39497 
     3008.6572                 3074.5233                 3082.9258             39498 
     3118.1349                 3156.1962                 3157.6598             39499 
     3190.3447                 3732.3463                 3832.3511             39500 
Zero-point correction (Hartree): 0.156403 39501 
 39502 
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diHPCARP_Ib.pppppptpu 39503 
--------------------- 39504 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18046145  39505 
Electronic state : 2-A 39506 
Cartesian coordinates (Angs): 39507 
     O      -1.368318     -0.044026       1.814637 39508 
     O      -0.928737     -1.108815       0.983901 39509 
     C      -0.647336     -0.598251      -0.298610 39510 
     C       0.423941      0.500834      -0.291888 39511 
     C       1.474109      0.350966       0.802208 39512 
     O       2.251209     -0.811704       0.626574 39513 
     O       2.964308     -0.667952      -0.598745 39514 
     H       3.872634     -0.582128      -0.284453 39515 
     C      -0.181468     -1.806872      -1.109873 39516 
     H      -0.941014     -2.584676      -1.059312 39517 
     H       0.753576     -2.183229      -0.703261 39518 
     H      -0.025833     -1.524031      -2.150162 39519 
     C      -1.916325     -0.062274      -0.952532 39520 
     O      -2.999475     -0.135381      -0.446181 39521 
     H      -1.777117      0.376035      -1.958157 39522 
     H       0.907250      0.554430      -1.266614 39523 
     O      -0.239170      1.777157      -0.096069 39524 
     O       0.508487      2.762767      -0.489235 39525 
     H      -2.312002     -0.008549       1.594099 39526 
     H       2.102281      1.244084       0.801173 39527 
     H       0.996276      0.225288       1.771802 39528 
Rotational constants (GHz):    1.2165600    0.7611800    0.6330800 39529 
Vibrational harmonic frequencies (cm-1): 39530 
       54.0281                   70.7303                   94.3931             39531 
      112.5701                  142.3941                  181.1013             39532 
      191.9884                  203.0113                  210.1840             39533 
      231.9585                  239.5491                  298.6699             39534 
      325.5448                  339.7369                  356.4318             39535 
      408.4566                  457.1152                  477.4144             39536 
      489.9475                  572.9412                  590.2469             39537 
      717.9489                  848.8470                  912.8329             39538 
      935.1906                  948.9472                  982.1082             39539 
     1025.2321                 1046.4431                 1059.6822             39540 
     1104.2392                 1136.1169                 1183.2766             39541 
     1218.5473                 1273.8360                 1288.8835             39542 
     1296.4848                 1337.9294                 1382.6131             39543 
     1389.5973                 1400.2905                 1417.0608             39544 
     1421.7212                 1427.4775                 1483.5251             39545 
     1487.4703                 1507.0653                 1865.3331             39546 
     2969.4619                 3079.2200                 3079.8838             39547 
     3122.7227                 3156.7972                 3164.1255             39548 
     3178.4211                 3755.2838                 3827.0489             39549 
Zero-point correction (Hartree): 0.156009 39550 
 39551 
diHPCARP_Ib.pptmmpmpu 39552 
--------------------- 39553 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18095138  39554 
Electronic state : 2-A 39555 
Cartesian coordinates (Angs): 39556 
     O      -1.274405     -0.155956       1.879951 39557 
     O      -1.061999     -1.201147       0.942682 39558 
     C      -0.732036     -0.638939      -0.310397 39559 
     C       0.511092      0.263253      -0.228169 39560 
     C       1.526040     -0.245927       0.778844 39561 
     O       2.808773      0.279931       0.526768 39562 
     O       3.253585     -0.308208      -0.694091 39563 
     H       4.059528     -0.751424      -0.403574 39564 
     C      -0.436110     -1.836650      -1.210249 39565 
     H      -1.263708     -2.541516      -1.158604 39566 
     H       0.474456     -2.339301      -0.890833 39567 
     H      -0.308721     -1.508624      -2.240710 39568 
     C      -1.944974      0.084730      -0.897432 39569 
     O      -2.957168      0.247765      -0.274800 39570 
     H      -1.857710      0.389281      -1.952240 39571 
     H       0.963923      0.348753      -1.215839 39572 
     O       0.194726      1.614703       0.186883 39573 
     O      -0.493321      2.242895      -0.711799 39574 
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     H      -2.182945      0.109114       1.662274 39575 
     H       1.255927      0.110052       1.772554 39576 
     H       1.553661     -1.335001       0.786636 39577 
Rotational constants (GHz):    1.3987100    0.6752900    0.6203600 39578 
Vibrational harmonic frequencies (cm-1): 39579 
       44.5864                   58.4088                   91.4617             39580 
      110.3608                  153.3566                  172.7417             39581 
      194.9231                  201.6176                  222.2909             39582 
      246.2182                  252.4037                  274.3046             39583 
      319.4192                  363.1771                  391.5749             39584 
      404.3647                  440.0850                  515.2828             39585 
      522.7582                  583.0497                  613.7381             39586 
      724.2802                  862.3741                  873.7174             39587 
      925.9262                  940.7555                  973.5252             39588 
      986.4802                 1056.0599                 1084.3577             39589 
     1104.9181                 1155.1787                 1170.7176             39590 
     1210.4470                 1262.3435                 1298.4034             39591 
     1302.6338                 1328.6801                 1372.8045             39592 
     1393.1267                 1405.4679                 1421.0975             39593 
     1429.9204                 1437.9691                 1468.1220             39594 
     1491.2818                 1503.7752                 1852.1411             39595 
     3014.9635                 3079.2405                 3097.2202             39596 
     3116.4240                 3154.5148                 3159.4744             39597 
     3164.4072                 3727.2641                 3833.9237             39598 
Zero-point correction (Hartree): 0.156191 39599 
 39600 
diHPCARP_Ib.pptmpmtpu 39601 
--------------------- 39602 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18215850  39603 
Electronic state : 2-A 39604 
Cartesian coordinates (Angs): 39605 
     O      -1.367809     -0.074531       1.852128 39606 
     O      -1.496210     -1.033339       0.813391 39607 
     C      -1.034148     -0.463277      -0.389668 39608 
     C       0.428764     -0.008258      -0.320968 39609 
     C       1.274898     -0.878280       0.596675 39610 
     O       2.593758     -0.407378       0.704815 39611 
     O       3.189488     -0.451430      -0.583769 39612 
     H       3.150039      0.484643      -0.831288 39613 
     C      -1.204059     -1.565926      -1.432695 39614 
     H      -2.227776     -1.933240      -1.402558 39615 
     H      -0.527701     -2.391612      -1.220900 39616 
     H      -0.989416     -1.182669      -2.429135 39617 
     C      -1.916250      0.711248      -0.802124 39618 
     O      -2.898680      1.034887      -0.199669 39619 
     H      -1.603584      1.233549      -1.725169 39620 
     H       0.853252      0.008018      -1.324238 39621 
     O       0.470760      1.364622       0.143295 39622 
     O       1.521504      1.984504      -0.301759 39623 
     H      -2.195876      0.421412       1.756851 39624 
     H       0.884509     -0.844142       1.611797 39625 
     H       1.258841     -1.907670       0.229861 39626 
Rotational constants (GHz):    1.4915000    0.6521900    0.6076300 39627 
Vibrational harmonic frequencies (cm-1): 39628 
       72.3268                   85.3154                  106.1772             39629 
      132.9158                  152.1494                  190.1252             39630 
      200.6179                  210.8618                  229.2913             39631 
      238.9858                  292.7614                  318.9247             39632 
      330.1409                  376.3984                  405.2746             39633 
      439.4161                  443.0868                  477.2004             39634 
      486.4311                  560.1876                  594.6841             39635 
      758.4558                  868.4007                  880.0970             39636 
      933.0959                  959.3573                  984.4788             39637 
      993.7735                 1051.9941                 1071.8304             39638 
     1101.9315                 1146.9107                 1182.2344             39639 
     1217.0538                 1280.2557                 1294.4674             39640 
     1301.2835                 1333.4904                 1389.6757             39641 
     1402.1941                 1413.9505                 1418.6911             39642 
     1427.8607                 1431.2312                 1468.8176             39643 
     1489.4600                 1505.2778                 1868.6554             39644 
     2972.5832                 3070.0888                 3079.5224             39645 
     3119.0759                 3158.9070                 3161.9722             39646 
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     3166.2644                 3754.1911                 3768.2730             39647 
Zero-point correction (Hartree): 0.156667 39648 
 39649 
diHPCARP_Ib.pptmppmpu 39650 
--------------------- 39651 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18077792  39652 
Electronic state : 2-A 39653 
Cartesian coordinates (Angs): 39654 
     O      -1.281497     -0.196555       1.872949 39655 
     O      -1.103514     -1.215701       0.900546 39656 
     C      -0.756418     -0.622646      -0.333171 39657 
     C       0.516790      0.233325      -0.223309 39658 
     C       1.515501     -0.346663       0.759654 39659 
     O       2.803308      0.188339       0.576235 39660 
     O       3.283513     -0.378621      -0.646380 39661 
     H       3.840319      0.340162      -0.967629 39662 
     C      -0.505561     -1.798399      -1.275130 39663 
     H      -1.359720     -2.472253      -1.247428 39664 
     H       0.384418     -2.347254      -0.974719 39665 
     H      -0.366271     -1.439552      -2.293739 39666 
     C      -1.942736      0.164046      -0.892321 39667 
     O      -2.949536      0.340341      -0.264872 39668 
     H      -1.842441      0.505561      -1.934801 39669 
     H       0.968730      0.337910      -1.209272 39670 
     O       0.247488      1.579157       0.240695 39671 
     O      -0.397784      2.270610      -0.643712 39672 
     H      -2.183104      0.100942       1.669793 39673 
     H       1.229974     -0.070494       1.773686 39674 
     H       1.546816     -1.433568       0.686075 39675 
Rotational constants (GHz):    1.3984500    0.6737500    0.6189200 39676 
Vibrational harmonic frequencies (cm-1): 39677 
       41.3300                   58.6118                   90.7355             39678 
      109.6508                  156.2458                  168.9387             39679 
      176.6653                  196.9228                  222.9468             39680 
      243.0616                  252.1779                  274.4213             39681 
      317.8133                  360.3124                  391.2876             39682 
      401.4029                  436.6364                  505.5086             39683 
      523.6726                  583.7451                  612.0343             39684 
      723.5935                  857.8948                  873.3986             39685 
      927.2469                  941.4873                  976.2527             39686 
      985.5355                 1056.0368                 1082.2885             39687 
     1113.4455                 1146.6334                 1170.5568             39688 
     1209.5706                 1261.7065                 1297.4961             39689 
     1302.6479                 1324.9083                 1372.5872             39690 
     1404.6979                 1416.7369                 1421.4231             39691 
     1436.7589                 1438.7586                 1467.4679             39692 
     1491.0288                 1504.6291                 1853.2665             39693 
     3011.6892                 3079.2817                 3097.9252             39694 
     3117.7717                 3157.7744                 3159.6817             39695 
     3165.0175                 3737.1089                 3843.5994             39696 
Zero-point correction (Hartree): 0.156173 39697 
 39698 
diHPCARP_Ib.pptmpttmu 39699 
--------------------- 39700 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18079017  39701 
Electronic state : 2-A 39702 
Cartesian coordinates (Angs): 39703 
     O      -1.962518     -0.730326      -1.649961 39704 
     O      -1.570413      0.572361      -1.235945 39705 
     C      -1.117833      0.525922       0.110141 39706 
     C       0.340085      0.082673       0.218521 39707 
     C       1.307309      1.043169      -0.463961 39708 
     O       2.601338      0.513449      -0.583696 39709 
     O       3.121317      0.344508       0.726521 39710 
     H       2.968571     -0.603152       0.863769 39711 
     C      -1.304000      1.946800       0.637755 39712 
     H      -2.366678      2.161920       0.738252 39713 
     H      -0.878109      2.662870      -0.062794 39714 
     H      -0.822584      2.055844       1.608304 39715 
     C      -2.037521     -0.378501       0.926474 39716 
     O      -1.664571     -0.992073       1.882444 39717 
     H      -3.090758     -0.360231       0.599721 39718 
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     H       0.596642     -0.071847       1.265164 39719 
     O       0.440392     -1.208281      -0.429184 39720 
     O       1.443250     -1.906466       0.008920 39721 
     H      -1.130155     -1.127462      -1.943047 39722 
     H       0.989215      1.235016      -1.489944 39723 
     H       1.335248      1.981285       0.094197 39724 
Rotational constants (GHz):    1.3452800    0.6699700    0.6418100 39725 
Vibrational harmonic frequencies (cm-1): 39726 
       53.3523                   85.0347                   96.5133             39727 
      122.7981                  164.7381                  190.2829             39728 
      203.5527                  222.0128                  227.6144             39729 
      271.5563                  281.2556                  297.5584             39730 
      333.4154                  350.5843                  384.4269             39731 
      421.9955                  455.4017                  478.8982             39732 
      553.7234                  561.2176                  585.5561             39733 
      642.6164                  881.2584                  895.5183             39734 
      938.7933                  964.1052                  981.9818             39735 
      990.4383                 1050.4860                 1073.6787             39736 
     1100.0177                 1152.8024                 1173.7660             39737 
     1230.2510                 1255.0928                 1294.1259             39738 
     1305.8271                 1340.2085                 1379.0018             39739 
     1399.3932                 1410.5211                 1412.1885             39740 
     1432.8261                 1436.1317                 1476.2262             39741 
     1488.6883                 1509.3432                 1873.1901             39742 
     3002.3789                 3068.7038                 3075.5259             39743 
     3125.9541                 3141.4321                 3154.5365             39744 
     3162.0236                 3754.8641                 3786.9695             39745 
Zero-point correction (Hartree): 0.156515 39746 
 39747 
diHPCARP_Ib.ptmmmtmmu 39748 
--------------------- 39749 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18082831  39750 
Electronic state : 2-A 39751 
Cartesian coordinates (Angs): 39752 
     O      -2.669415      0.341924      -0.287090 39753 
     O      -1.806702      0.255614       0.837961 39754 
     C      -0.618623     -0.423890       0.457761 39755 
     C       0.116968      0.365253      -0.638060 39756 
     C       1.456827     -0.158876      -1.135742 39757 
     O       2.347949     -0.649248      -0.163737 39758 
     O       2.725779      0.438794       0.671843 39759 
     H       3.643642      0.579260       0.407881 39760 
     C       0.130951     -0.576574       1.775686 39761 
     H      -0.552500     -0.995522       2.512709 39762 
     H       0.469308      0.398995       2.118018 39763 
     H       0.992354     -1.226073       1.657779 39764 
     C      -1.035398     -1.800192      -0.048518 39765 
     O      -0.557755     -2.358746      -0.993805 39766 
     H      -1.836435     -2.254949       0.562363 39767 
     H      -0.535074      0.426766      -1.509921 39768 
     O       0.303686      1.729498      -0.182224 39769 
     O      -0.743721      2.464387      -0.400207 39770 
     H      -2.482662      1.245370      -0.588352 39771 
     H       1.265231     -1.020563      -1.771453 39772 
     H       1.933217      0.634611      -1.717719 39773 
Rotational constants (GHz):    1.1817300    0.8645600    0.6588500 39774 
Vibrational harmonic frequencies (cm-1): 39775 
       55.7027                   78.1501                  100.6329             39776 
      132.0825                  152.0627                  178.4663             39777 
      198.3952                  199.9768                  211.2392             39778 
      239.1227                  260.0987                  296.4465             39779 
      316.7973                  343.5808                  351.1072             39780 
      428.6616                  475.7845                  501.4708             39781 
      533.0506                  557.6532                  644.4432             39782 
      677.0208                  835.0035                  872.8191             39783 
      932.6952                  950.0386                  964.1200             39784 
     1007.1125                 1044.3210                 1052.5668             39785 
     1120.8879                 1157.0609                 1171.0033             39786 
     1237.5680                 1261.9597                 1294.7579             39787 
     1324.9353                 1365.6329                 1374.8873             39788 
     1391.0502                 1402.1741                 1411.2673             39789 
     1432.8277                 1435.6861                 1462.7683             39790 
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     1496.2247                 1497.6031                 1868.5103             39791 
     2980.8726                 3061.8291                 3086.8237             39792 
     3109.3102                 3160.3158                 3162.5178             39793 
     3192.9349                 3746.3348                 3821.9359             39794 
Zero-point correction (Hartree): 0.156329 39795 
 39796 
diHPCARP_Ib.ptmmptmmu 39797 
--------------------- 39798 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18134078  39799 
Electronic state : 2-A 39800 
Cartesian coordinates (Angs): 39801 
     O      -2.432382      1.154446      -0.339777 39802 
     O      -1.698849      0.755143       0.810610 39803 
     C      -0.846729     -0.314783       0.443231 39804 
     C       0.209851      0.141452      -0.577449 39805 
     C       1.366797     -0.829441      -0.803427 39806 
     O       2.266671     -0.870985       0.285499 39807 
     O       3.283394      0.096660       0.076960 39808 
     H       2.909212      0.887081       0.489876 39809 
     C      -0.283807     -0.817057       1.765558 39810 
     H      -1.110396     -1.073181       2.426662 39811 
     H       0.313030     -0.036427       2.233027 39812 
     H       0.344304     -1.691160       1.612824 39813 
     C      -1.728461     -1.401210      -0.168681 39814 
     O      -1.418569     -2.079249      -1.105396 39815 
     H      -2.695183     -1.517241       0.353636 39816 
     H      -0.280779      0.356233      -1.525961 39817 
     O       0.805855      1.377553      -0.113788 39818 
     O       0.098605      2.427021      -0.398950 39819 
     H      -1.903476      1.909584      -0.643434 39820 
     H       0.965520     -1.834665      -0.918212 39821 
     H       1.914066     -0.558698      -1.705071 39822 
Rotational constants (GHz):    1.2614400    0.7891200    0.6128600 39823 
Vibrational harmonic frequencies (cm-1): 39824 
       70.8017                   76.6010                   96.2343             39825 
      142.0061                  150.8855                  185.5442             39826 
      195.8580                  210.5480                  242.8672             39827 
      248.1970                  282.5082                  299.4734             39828 
      321.8515                  347.7934                  366.7618             39829 
      443.4438                  495.1387                  506.4772             39830 
      523.8834                  557.1898                  650.8930             39831 
      679.4068                  788.1469                  904.3408             39832 
      929.2687                  958.5624                  979.9265             39833 
     1003.9706                 1034.3343                 1053.0098             39834 
     1103.7005                 1134.0939                 1185.5549             39835 
     1234.9510                 1259.0023                 1298.5249             39836 
     1316.8378                 1347.8566                 1372.5698             39837 
     1396.2141                 1404.8428                 1415.8902             39838 
     1428.6506                 1436.6121                 1480.8382             39839 
     1487.4484                 1501.2984                 1868.6415             39840 
     2987.8725                 3081.3534                 3100.8561             39841 
     3125.5590                 3158.1828                 3160.7146             39842 
     3174.4297                 3737.4607                 3793.2273             39843 
Zero-point correction (Hartree): 0.156599 39844 
 39845 
diHPCARP_Ib.ptmpmmmmu 39846 
--------------------- 39847 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17936517  39848 
Electronic state : 2-A 39849 
Cartesian coordinates (Angs): 39850 
     O       2.419531      0.987515      -0.878933 39851 
     O       1.873681      0.887955       0.426859 39852 
     C       0.483190      0.608862       0.343829 39853 
     C       0.246896     -0.676631      -0.473647 39854 
     C      -1.186342     -1.065656      -0.785339 39855 
     O      -2.031996     -0.923415       0.336668 39856 
     O      -3.250854     -0.333070      -0.081895 39857 
     H      -2.996810      0.603547      -0.127694 39858 
     C       0.062625      0.529432       1.810471 39859 
     H       0.438689      1.412133       2.325685 39860 
     H       0.500371     -0.355360       2.266625 39861 
     H      -1.017243      0.482381       1.891658 39862 
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     C      -0.205204      1.809623      -0.296100 39863 
     O      -1.383462      1.863170      -0.525371 39864 
     H       0.463595      2.664858      -0.489313 39865 
     H       0.769037     -0.585972      -1.425092 39866 
     O       0.883943     -1.776188       0.219594 39867 
     O       2.155165     -1.837012      -0.040984 39868 
     H       2.847174      0.120318      -0.960588 39869 
     H      -1.545850     -0.426134      -1.588491 39870 
     H      -1.194006     -2.101171      -1.135571 39871 
Rotational constants (GHz):    1.3289800    0.7871300    0.6078200 39872 
Vibrational harmonic frequencies (cm-1): 39873 
       53.2677                   72.7208                   92.1741             39874 
      125.5187                  131.1501                  162.3390             39875 
      183.1664                  202.5717                  239.0629             39876 
      255.3766                  279.6261                  295.5613             39877 
      324.8941                  346.5974                  424.2515             39878 
      433.2064                  497.2533                  499.6533             39879 
      519.4119                  566.8071                  644.4134             39880 
      687.9042                  807.6263                  889.1320             39881 
      940.6001                  956.7063                  972.4573             39882 
     1010.2716                 1050.8144                 1060.7039             39883 
     1120.0767                 1160.8702                 1172.0781             39884 
     1230.4810                 1248.1764                 1285.3430             39885 
     1301.3499                 1356.0112                 1384.5177             39886 
     1400.6383                 1406.7786                 1420.3000             39887 
     1426.3070                 1458.8575                 1488.0209             39888 
     1491.1186                 1502.6301                 1850.4847             39889 
     3013.6310                 3066.1665                 3088.6074             39890 
     3121.1385                 3141.8095                 3162.5108             39891 
     3207.0816                 3721.4487                 3744.2377             39892 
Zero-point correction (Hartree): 0.156501 39893 
 39894 
diHPCARP_Ib.ptmpptmmu 39895 
--------------------- 39896 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17869318  39897 
Electronic state : 2-A 39898 
Cartesian coordinates (Angs): 39899 
     O       2.501184      0.851591      -0.508463 39900 
     O       1.793287      0.644939       0.704190 39901 
     C       0.397076      0.546350       0.434535 39902 
     C       0.124894     -0.618889      -0.525754 39903 
     C      -1.306852     -0.932996      -0.931378 39904 
     O      -2.240375     -1.048681       0.124672 39905 
     O      -2.833138      0.226991       0.337939 39906 
     H      -3.710042      0.101583      -0.045897 39907 
     C      -0.192210      0.400013       1.830520 39908 
     H       0.199758      1.204213       2.451810 39909 
     H       0.122281     -0.551165       2.255030 39910 
     H      -1.274685      0.449362       1.815345 39911 
     C      -0.016179      1.874201      -0.193524 39912 
     O      -0.610168      1.989907      -1.225857 39913 
     H       0.313861      2.748629       0.396629 39914 
     H       0.680919     -0.441764      -1.446555 39915 
     O       0.668612     -1.828613       0.059906 39916 
     O       1.940726     -1.957665      -0.163641 39917 
     H       2.809287     -0.050161      -0.691411 39918 
     H      -1.644627     -0.185015      -1.644579 39919 
     H      -1.298163     -1.915515      -1.406731 39920 
Rotational constants (GHz):    1.2379300    0.8395400    0.6510400 39921 
Vibrational harmonic frequencies (cm-1): 39922 
       51.2034                   83.8970                   99.9558             39923 
      133.5620                  153.8976                  173.3826             39924 
      177.2592                  187.7391                  217.2793             39925 
      244.6711                  260.2318                  282.2625             39926 
      294.9763                  327.8277                  372.6794             39927 
      425.8966                  480.3594                  513.6485             39928 
      531.6391                  548.3853                  643.9717             39929 
      667.3698                  811.8752                  899.1375             39930 
      935.7680                  941.1605                  949.4700             39931 
     1011.6397                 1043.3135                 1053.6953             39932 
     1114.7907                 1150.2585                 1161.2187             39933 
     1236.2350                 1267.2707                 1296.4932             39934 
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     1320.7114                 1360.9716                 1369.0281             39935 
     1394.9577                 1403.9135                 1417.2074             39936 
     1427.2256                 1435.3126                 1459.3401             39937 
     1497.4429                 1504.6255                 1869.9781             39938 
     2976.4357                 3086.0825                 3088.6096             39939 
     3114.7751                 3157.5385                 3157.8424             39940 
     3213.6652                 3742.4539                 3818.3765             39941 
Zero-point correction (Hartree): 0.156193 39942 
 39943 
diHPCARP_Ib.ptmtmtmmu 39944 
--------------------- 39945 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17887668  39946 
Electronic state : 2-A 39947 
Cartesian coordinates (Angs): 39948 
     O       2.704862      0.200174      -0.671232 39949 
     O       2.049371      0.228096       0.588175 39950 
     C       0.679893      0.540549       0.387407 39951 
     C       0.023292     -0.535346      -0.498521 39952 
     C      -1.453271     -0.428548      -0.815660 39953 
     O      -2.194555     -0.266866       0.376186 39954 
     O      -3.562183     -0.309316       0.004798 39955 
     H      -3.803672      0.625806       0.024147 39956 
     C       0.130357      0.640094       1.807282 39957 
     H       0.787484      1.285879       2.387999 39958 
     H       0.111781     -0.347401       2.263603 39959 
     H      -0.874787      1.047706       1.797015 39960 
     C       0.608131      1.920683      -0.258008 39961 
     O      -0.333007      2.335458      -0.872172 39962 
     H       1.505687      2.535293      -0.065241 39963 
     H       0.548908     -0.560887      -1.452615 39964 
     O       0.239708     -1.827053       0.121156 39965 
     O       1.399515     -2.325926      -0.179939 39966 
     H       2.739596     -0.756064      -0.834253 39967 
     H      -1.612513      0.419806      -1.480622 39968 
     H      -1.762573     -1.351277      -1.310808 39969 
Rotational constants (GHz):    1.2513100    0.7576700    0.5821500 39970 
Vibrational harmonic frequencies (cm-1): 39971 
       21.9881                   53.4347                   94.3914             39972 
      122.6887                  132.7969                  168.8810             39973 
      187.5745                  200.4043                  228.9369             39974 
      244.5926                  253.3118                  285.5986             39975 
      294.1914                  328.5962                  363.4397             39976 
      378.8191                  440.8859                  504.4535             39977 
      524.9940                  567.4738                  649.0175             39978 
      706.0563                  797.8168                  910.7679             39979 
      937.1408                  959.7751                  976.6162             39980 
     1034.3032                 1053.2606                 1066.9514             39981 
     1109.8613                 1165.1263                 1185.7189             39982 
     1236.1711                 1252.5801                 1287.0053             39983 
     1303.9313                 1359.1761                 1373.7661             39984 
     1400.0556                 1410.0836                 1412.6578             39985 
     1428.2795                 1431.0574                 1491.1609             39986 
     1500.4007                 1506.4384                 1865.7063             39987 
     2986.6046                 3072.9841                 3085.9443             39988 
     3118.7656                 3130.7287                 3160.3688             39989 
     3196.9444                 3738.9371                 3809.9281             39990 
Zero-point correction (Hartree): 0.156076 39991 
 39992 
diHPCARP_Ib.ptmtptmmu 39993 
--------------------- 39994 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17937154  39995 
Electronic state : 2-A 39996 
Cartesian coordinates (Angs): 39997 
     O      -2.743952      0.217855      -0.402669 39998 
     O      -1.956145      0.119500       0.776322 39999 
     C      -0.717400     -0.482424       0.439470 40000 
     C       0.070966      0.418521      -0.529591 40001 
     C       1.513949      0.054531      -0.819771 40002 
     O       2.267734      0.175121       0.370962 40003 
     O       3.600877     -0.177225       0.034387 40004 
     H       4.055516      0.668683       0.132566 40005 
     C      -0.055254     -0.738657       1.785885 40006 
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     H      -0.755501     -1.279492       2.420873 40007 
     H       0.195318      0.208737       2.259132 40008 
     H       0.854994     -1.318085       1.661720 40009 
     C      -1.040963     -1.821172      -0.219778 40010 
     O      -0.461138     -2.278379      -1.161717 40011 
     H      -1.875452     -2.350148       0.275479 40012 
     H      -0.458123      0.443431      -1.481957 40013 
     O       0.086895      1.772886      -0.017358 40014 
     O      -0.986113      2.435272      -0.321343 40015 
     H      -2.573620      1.138361      -0.659649 40016 
     H       1.560642     -0.963647      -1.204072 40017 
     H       1.903175      0.747123      -1.570056 40018 
Rotational constants (GHz):    1.2491200    0.7408500    0.5838000 40019 
Vibrational harmonic frequencies (cm-1): 40020 
       44.7735                   62.6298                   81.8016             40021 
      111.0530                  139.1750                  169.6206             40022 
      190.5483                  194.5603                  233.2614             40023 
      240.8904                  249.7010                  275.4328             40024 
      296.5017                  324.7968                  357.9553             40025 
      377.4921                  440.6415                  500.4269             40026 
      523.1811                  560.5597                  648.9271             40027 
      704.4931                  784.1256                  922.0883             40028 
      930.2566                  957.6279                  980.5801             40029 
     1037.0412                 1052.2615                 1064.5187             40030 
     1107.8645                 1153.4434                 1187.2364             40031 
     1235.2192                 1250.2491                 1287.1106             40032 
     1305.9577                 1357.4840                 1369.9594             40033 
     1402.2150                 1408.0514                 1415.1479             40034 
     1418.0224                 1435.5924                 1482.5664             40035 
     1498.9396                 1520.9168                 1870.3372             40036 
     2979.5206                 3062.2980                 3082.2960             40037 
     3119.8806                 3139.9534                 3159.3358             40038 
     3181.1891                 3724.4985                 3820.9429             40039 
Zero-point correction (Hartree): 0.155902 40040 
 40041 
diHPCARP_Ib.ptpmpmmmu 40042 
--------------------- 40043 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18056862  40044 
Electronic state : 2-A 40045 
Cartesian coordinates (Angs): 40046 
     O       2.132392      1.228952      -0.979761 40047 
     O       1.601331      1.195537       0.337563 40048 
     C       0.295741      0.615704       0.325019 40049 
     C       0.350966     -0.791715      -0.300230 40050 
     C      -0.920575     -1.626755      -0.179694 40051 
     O      -1.999569     -0.997425      -0.836445 40052 
     O      -2.939533     -0.555322       0.131131 40053 
     H      -2.795154      0.407641       0.116825 40054 
     C      -0.131690      0.601099       1.779142 40055 
     H      -0.003314      1.595550       2.200820 40056 
     H       0.476453     -0.105798       2.339687 40057 
     H      -1.180494      0.324896       1.857251 40058 
     C      -0.576982      1.557157      -0.510702 40059 
     O      -1.694328      1.880780      -0.209800 40060 
     H      -0.076887      1.978909      -1.394589 40061 
     H       0.662865     -0.724145      -1.341384 40062 
     O       1.351304     -1.569823       0.397711 40063 
     O       2.554685     -1.388068      -0.050443 40064 
     H       2.681805      0.428434      -0.973663 40065 
     H      -0.746387     -2.586056      -0.668851 40066 
     H      -1.173899     -1.809409       0.863036 40067 
Rotational constants (GHz):    1.3129300    0.8060200    0.6155500 40068 
Vibrational harmonic frequencies (cm-1): 40069 
       58.4007                   78.3203                  113.7105             40070 
      143.9400                  170.0967                  198.1075             40071 
      205.3718                  220.1432                  236.7194             40072 
      262.6580                  281.4798                  294.2074             40073 
      334.9667                  377.4404                  388.9191             40074 
      451.1763                  515.0813                  523.7049             40075 
      549.7012                  554.7282                  593.9356             40076 
      671.6110                  755.9480                  905.3428             40077 
      937.0382                  958.7718                 1006.3248             40078 
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     1032.8980                 1038.4493                 1053.2610             40079 
     1131.1917                 1144.7085                 1188.7918             40080 
     1200.8195                 1259.1319                 1290.8004             40081 
     1302.3472                 1351.1245                 1374.5086             40082 
     1404.6772                 1409.9230                 1429.8114             40083 
     1446.2817                 1481.4332                 1488.5035             40084 
     1498.7555                 1505.8241                 1848.8644             40085 
     3041.9146                 3084.4295                 3089.1766             40086 
     3121.2743                 3147.1899                 3168.6481             40087 
     3177.6437                 3660.4167                 3726.9616             40088 
Zero-point correction (Hartree): 0.156938 40089 
 40090 
diHPCARP_Ib.ptpmptmmu 40091 
--------------------- 40092 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18060160  40093 
Electronic state : 2-A 40094 
Cartesian coordinates (Angs): 40095 
     O      -2.254588     -1.046747      -0.831707 40096 
     O      -1.803677     -0.821846       0.498820 40097 
     C      -0.404663     -0.591868       0.446997 40098 
     C      -0.111591      0.755731      -0.257667 40099 
     C       1.206881      1.492276       0.026232 40100 
     O       2.332720      0.980818      -0.627821 40101 
     O       2.898238     -0.043882       0.176163 40102 
     H       2.619970     -0.828470      -0.322731 40103 
     C       0.043695     -0.628212       1.901696 40104 
     H      -0.282633     -1.560778       2.358726 40105 
     H      -0.414391      0.200453       2.441127 40106 
     H       1.126641     -0.550543       1.964468 40107 
     C       0.171387     -1.796615      -0.290756 40108 
     O       1.156162     -1.797831      -0.975429 40109 
     H      -0.413872     -2.714897      -0.114438 40110 
     H      -0.256816      0.656802      -1.332822 40111 
     O      -1.087097      1.715957       0.230040 40112 
     O      -2.206671      1.700899      -0.420032 40113 
     H      -2.568900     -0.160114      -1.074674 40114 
     H       1.083705      2.498163      -0.377117 40115 
     H       1.391341      1.572564       1.098159 40116 
Rotational constants (GHz):    1.2688900    0.8158200    0.6304200 40117 
Vibrational harmonic frequencies (cm-1): 40118 
       55.4585                   93.8982                  102.3744             40119 
      141.8636                  149.8834                  208.0954             40120 
      223.0489                  227.7581                  252.2700             40121 
      277.0496                  293.3019                  306.1187             40122 
      327.1350                  373.2600                  400.9760             40123 
      495.5727                  524.8344                  526.7956             40124 
      545.2778                  574.1654                  581.1875             40125 
      673.9889                  744.4437                  928.4724             40126 
      935.8135                  964.1928                  992.6687             40127 
     1003.4336                 1048.6906                 1058.0713             40128 
     1113.5676                 1155.2684                 1192.0426             40129 
     1232.0985                 1248.7141                 1293.5536             40130 
     1312.2067                 1329.3164                 1384.7486             40131 
     1401.9559                 1413.4820                 1420.1506             40132 
     1439.7143                 1456.3199                 1478.4991             40133 
     1500.7587                 1506.1144                 1863.4345             40134 
     3005.8554                 3075.4351                 3081.3071             40135 
     3120.6549                 3135.7099                 3152.4795             40136 
     3171.8571                 3714.3504                 3725.4438             40137 
Zero-point correction (Hartree): 0.157091 40138 
 40139 
diHPCARP_Ib.ptppmpmmu 40140 
--------------------- 40141 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.21209953  40142 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09646428  40143 
     T1 diagnostic:  0.019983  40144 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.05098339  40145 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07382745  40146 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05410426  40147 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07566473  40148 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.54202263  40149 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53690035  40150 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18634163  40151 
Electronic state : 2-A 40152 
Cartesian coordinates (Angs): 40153 
     O      -2.164980     -0.967800      -0.994183 40154 
     O      -1.893280     -0.702320       0.376601 40155 
     C      -0.491046     -0.549692       0.523393 40156 
     C       0.000099      0.737756      -0.174742 40157 
     C       1.305076      1.324393       0.367655 40158 
     O       2.360245      0.404730       0.410317 40159 
     O       2.830429      0.235775      -0.919366 40160 
     H       2.387858     -0.596371      -1.160907 40161 
     C      -0.261589     -0.554490       2.027687 40162 
     H      -0.708300     -1.448942       2.457964 40163 
     H      -0.738809      0.318334       2.472116 40164 
     H       0.803697     -0.542318       2.249237 40165 
     C       0.118159     -1.809538      -0.083849 40166 
     O       1.054882     -1.853724      -0.830050 40167 
     H      -0.410545     -2.725561       0.231432 40168 
     H       0.042257      0.589945      -1.252847 40169 
     O      -0.949352      1.799018       0.083968 40170 
     O      -1.959138      1.803578      -0.727856 40171 
     H      -2.365068     -0.075507      -1.322368 40172 
     H       1.582430      2.192752      -0.230685 40173 
     H       1.151839      1.643035       1.399758 40174 
Rotational constants (GHz):    1.2324500    0.8187200    0.6630100 40175 
Vibrational harmonic frequencies (cm-1): 40176 
       71.5531                   90.9862                  106.4853             40177 
      155.9278                  164.2514                  207.1472             40178 
      213.6993                  235.9962                  250.6951             40179 
      266.0327                  286.5417                  320.9709             40180 
      344.2675                  375.2949                  414.8970             40181 
      500.9495                  521.2958                  534.8127             40182 
      557.6409                  573.4304                  602.5427             40183 
      672.3599                  742.4343                  927.8562             40184 
      948.5369                  962.3617                  988.8058             40185 
     1018.8457                 1044.2655                 1051.1486             40186 
     1127.0700                 1153.0329                 1199.0743             40187 
     1233.2290                 1255.1749                 1296.4707             40188 
     1303.8625                 1339.0969                 1379.3004             40189 
     1405.0069                 1412.8575                 1422.0628             40190 
     1443.0014                 1469.7135                 1482.0451             40191 
     1503.3457                 1505.9177                 1868.7324             40192 
     3003.0163                 3074.8710                 3081.0452             40193 
     3123.8826                 3137.9851                 3153.8453             40194 
     3165.7996                 3664.4607                 3715.6816             40195 
Zero-point correction (Hartree): 0.157357 40196 
 40197 
diHPCARP_Ib.ptppmtpmu 40198 
--------------------- 40199 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18454467  40200 
Electronic state : 2-A 40201 
Cartesian coordinates (Angs): 40202 
     O       2.180342      1.027503      -1.088172 40203 
     O       1.966959      0.640838       0.263855 40204 
     C       0.569279      0.511752       0.457576 40205 
     C      -0.027173     -0.577293      -0.469523 40206 
     C      -1.209402     -1.356267       0.101337 40207 
     O      -2.272185     -0.513998       0.463717 40208 
     O      -2.877873     -0.045307      -0.733064 40209 
     H      -2.485142      0.842094      -0.798574 40210 
     C       0.419689      0.250123       1.951181 40211 
     H       0.890717      1.059996       2.506570 40212 
     H       0.915058     -0.685138       2.203923 40213 
     H      -0.633123      0.196470       2.219780 40214 
     C      -0.037309      1.877288       0.156192 40215 
     O      -1.085241      2.065945      -0.396162 40216 
     H       0.584437      2.714713       0.517527 40217 
     H      -0.306266     -0.126724      -1.420427 40218 
     O       0.998480     -1.521884      -0.844643 40219 
     O       1.431366     -2.211461       0.171313 40220 
     H       2.462823      0.192666      -1.488575 40221 
     H      -1.539541     -2.093419      -0.632322 40222 
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     H      -0.914238     -1.867362       1.016746 40223 
Rotational constants (GHz):    1.1987900    0.8672100    0.6619600 40224 
Vibrational harmonic frequencies (cm-1): 40225 
       81.7391                  102.6062                  122.7608             40226 
      131.9747                  166.7453                  172.9164             40227 
      195.9773                  246.9469                  252.7382             40228 
      274.4830                  292.7132                  316.8705             40229 
      338.9800                  351.1698                  374.1504             40230 
      455.6115                  462.0710                  531.7924             40231 
      566.1351                  586.2019                  603.7256             40232 
      680.3458                  782.9926                  928.5929             40233 
      954.2571                  968.7566                  984.4371             40234 
     1010.8526                 1048.4009                 1052.8894             40235 
     1116.3621                 1143.2576                 1199.1929             40236 
     1225.4398                 1244.1187                 1257.5088             40237 
     1298.7956                 1356.7786                 1391.7066             40238 
     1399.6073                 1408.8508                 1415.9939             40239 
     1428.6968                 1473.6520                 1486.2025             40240 
     1500.0117                 1509.1329                 1863.4301             40241 
     3002.2223                 3079.1666                 3082.4800             40242 
     3132.3726                 3149.8632                 3157.9536             40243 
     3173.5269                 3701.3499                 3784.6849             40244 
Zero-point correction (Hartree): 0.157244 40245 
 40246 
diHPCARP_Ib.ptppmttmu 40247 
--------------------- 40248 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18259133  40249 
Electronic state : 2-A 40250 
Cartesian coordinates (Angs): 40251 
     O      -2.347113     -0.487672      -1.073021 40252 
     O      -2.038578     -0.643515       0.306121 40253 
     C      -0.624374     -0.655471       0.437882 40254 
     C      -0.002161      0.650224      -0.090540 40255 
     C       1.303231      1.076488       0.579542 40256 
     O       2.295347      0.086482       0.523470 40257 
     O       2.792746      0.053342      -0.806542 40258 
     H       2.301794     -0.705502      -1.164640 40259 
     C      -0.398520     -0.913749       1.921292 40260 
     H      -0.930026     -1.816921       2.216585 40261 
     H      -0.789770     -0.077290       2.499183 40262 
     H       0.662781     -1.037522       2.125879 40263 
     C      -0.138034     -1.867440      -0.349530 40264 
     O       0.824697     -1.898513      -1.062927 40265 
     H      -0.776362     -2.756107      -0.201605 40266 
     H       0.116842      0.601533      -1.171288 40267 
     O      -0.963153      1.697231       0.186304 40268 
     O      -0.760062      2.737907      -0.566368 40269 
     H      -2.638506      0.434339      -1.105407 40270 
     H       1.651433      1.998175       0.111813 40271 
     H       1.129878      1.256878       1.641301 40272 
Rotational constants (GHz):    1.0944100    0.8744600    0.6531700 40273 
Vibrational harmonic frequencies (cm-1): 40274 
       63.0241                   76.2804                   92.6725             40275 
      110.7371                  145.1701                  162.5536             40276 
      199.7971                  241.7797                  247.3488             40277 
      274.8248                  291.0941                  317.4913             40278 
      341.2995                  345.3547                  370.4822             40279 
      433.7686                  463.7225                  532.1913             40280 
      554.4686                  568.8043                  592.5565             40281 
      649.8348                  783.5183                  927.0739             40282 
      951.1625                  963.0974                  986.6434             40283 
     1043.3287                 1048.6944                 1064.2191             40284 
     1104.1460                 1145.9539                 1195.6476             40285 
     1231.4086                 1267.3483                 1283.5637             40286 
     1297.6549                 1335.6859                 1387.1358             40287 
     1398.6279                 1405.6884                 1411.9277             40288 
     1420.6929                 1470.2348                 1482.2744             40289 
     1503.8327                 1506.4956                 1867.5040             40290 
     2996.8677                 3075.2820                 3080.9585             40291 
     3128.7042                 3141.9906                 3153.3138             40292 
     3168.5440                 3701.9429                 3793.2921             40293 
Zero-point correction (Hartree): 0.156737 40294 
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 40295 
diHPCARP_Ib.pttmmtmmu 40296 
--------------------- 40297 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18304856  40298 
Electronic state : 2-A 40299 
Cartesian coordinates (Angs): 40300 
     O       2.014912     -0.600128      -1.464068 40301 
     O       2.098714     -0.426451      -0.056428 40302 
     C       1.019119      0.392604       0.347650 40303 
     C      -0.330251     -0.296737       0.080473 40304 
     C      -1.510041      0.342222       0.786901 40305 
     O      -2.734091     -0.184560       0.324242 40306 
     O      -2.882421      0.218100      -1.030553 40307 
     H      -3.518353      0.940731      -0.956152 40308 
     C       1.276160      0.658023       1.825962 40309 
     H       2.271719      1.079861       1.952951 40310 
     H       1.219658     -0.277355       2.380769 40311 
     H       0.543836      1.360938       2.219256 40312 
     C       1.128793      1.706767      -0.422727 40313 
     O       0.204427      2.421974      -0.682386 40314 
     H       2.168832      1.958956      -0.696992 40315 
     H      -0.523640     -0.354222      -0.988863 40316 
     O      -0.266116     -1.652596       0.583996 40317 
     O       0.285884     -2.475687      -0.251345 40318 
     H       1.535826     -1.444323      -1.516357 40319 
     H      -1.492505      0.088768       1.848208 40320 
     H      -1.478526      1.424160       0.659960 40321 
Rotational constants (GHz):    1.1408900    0.7908500    0.6313000 40322 
Vibrational harmonic frequencies (cm-1): 40323 
       51.0243                   54.4130                   90.8703             40324 
      118.6555                  156.9696                  181.8416             40325 
      194.5799                  205.3746                  220.2090             40326 
      240.8247                  261.1559                  274.8335             40327 
      294.9980                  316.6529                  376.2177             40328 
      402.7891                  493.2716                  524.9596             40329 
      542.8598                  577.2356                  597.6395             40330 
      673.2218                  824.0745                  878.1622             40331 
      931.5067                  964.5618                  971.5293             40332 
     1009.6408                 1053.2854                 1084.0288             40333 
     1102.0426                 1159.0992                 1185.6079             40334 
     1236.4465                 1257.7270                 1298.5889             40335 
     1306.6231                 1333.7884                 1374.5161             40336 
     1399.3121                 1401.3700                 1410.8620             40337 
     1429.7261                 1442.7777                 1473.0209             40338 
     1492.7115                 1504.2911                 1868.5028             40339 
     2989.8742                 3075.4629                 3085.7694             40340 
     3138.7505                 3147.7902                 3156.3158             40341 
     3160.0812                 3695.8377                 3817.8779             40342 
Zero-point correction (Hartree): 0.156082 40343 
 40344 
diHPCARP_Ib.pttmptmmu 40345 
--------------------- 40346 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18232147  40347 
Electronic state : 2-A 40348 
Cartesian coordinates (Angs): 40349 
     O      -1.993963      0.762708      -1.424839 40350 
     O      -2.068977      0.555431      -0.020954 40351 
     C      -1.049692     -0.355981       0.342110 40352 
     C       0.344215      0.239650       0.077162 40353 
     C       1.485888     -0.495658       0.751906 40354 
     O       2.737485      0.022066       0.369329 40355 
     O       2.942433     -0.386651      -0.983215 40356 
     H       3.298512      0.424291      -1.365100 40357 
     C      -1.309988     -0.650045       1.814203 40358 
     H      -2.335904     -0.991776       1.940290 40359 
     H      -1.169007      0.256628       2.400803 40360 
     H      -0.634773     -1.425356       2.171886 40361 
     C      -1.267036     -1.632637      -0.466905 40362 
     O      -0.397025     -2.390374      -0.784008 40363 
     H      -2.329754     -1.811823      -0.710672 40364 
     H       0.526611      0.311596      -0.993350 40365 
     O       0.380453      1.584403       0.614539 40366 
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     O      -0.099812      2.468452      -0.202349 40367 
     H      -1.459510      1.573377      -1.462271 40368 
     H       1.452906     -0.336541       1.830402 40369 
     H       1.425857     -1.560652       0.529126 40370 
Rotational constants (GHz):    1.1489900    0.7812800    0.6264300 40371 
Vibrational harmonic frequencies (cm-1): 40372 
       44.3678                   53.6745                   89.0500             40373 
      114.6595                  156.8222                  181.1163             40374 
      186.0360                  200.4734                  214.7585             40375 
      235.1184                  255.9362                  275.6605             40376 
      294.9641                  315.7989                  372.5134             40377 
      399.6428                  485.7936                  520.1417             40378 
      523.1360                  572.1479                  594.7825             40379 
      670.7656                  820.6310                  878.1053             40380 
      930.3583                  962.7321                  971.6352             40381 
     1010.1401                 1052.1497                 1080.3882             40382 
     1108.2828                 1149.2584                 1185.8047             40383 
     1237.2058                 1256.5586                 1297.5437             40384 
     1308.5543                 1331.8257                 1371.3894             40385 
     1398.5849                 1408.6512                 1412.6599             40386 
     1433.4321                 1441.0324                 1471.2928             40387 
     1492.6010                 1504.2292                 1871.7648             40388 
     2983.9364                 3075.9844                 3091.3021             40389 
     3138.9556                 3151.4145                 3156.7943             40390 
     3160.8687                 3716.5071                 3840.4546             40391 
Zero-point correction (Hartree): 0.155964 40392 
 40393 
diHPCARP_Ib.pttmpttmu 40394 
--------------------- 40395 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17993700  40396 
Electronic state : 2-A 40397 
Cartesian coordinates (Angs): 40398 
     O      -1.765459      1.437033      -1.264475 40399 
     O      -1.935801      1.072472       0.099513 40400 
     C      -1.210516     -0.126321       0.325584 40401 
     C       0.281498      0.073979       0.034240 40402 
     C       1.205544     -1.000479       0.592393 40403 
     O       2.559549     -0.653854       0.431931 40404 
     O       2.838929     -0.591853      -0.958742 40405 
     H       2.833398      0.365966      -1.104018 40406 
     C      -1.525928     -0.476109       1.774765 40407 
     H      -2.605299     -0.486858       1.917269 40408 
     H      -1.091324      0.270024       2.438261 40409 
     H      -1.129940     -1.459148       2.021891 40410 
     C      -1.803223     -1.202898      -0.579021 40411 
     O      -1.182355     -2.120778      -1.029391 40412 
     H      -2.885636     -1.070725      -0.760125 40413 
     H       0.437377      0.176816      -1.037183 40414 
     O       0.642367      1.340695       0.634466 40415 
     O       1.579298      1.942962      -0.032928 40416 
     H      -1.203852      2.220739      -1.190316 40417 
     H       1.090896     -1.087229       1.673045 40418 
     H       0.977911     -1.952029       0.110420 40419 
Rotational constants (GHz):    1.2451000    0.7438200    0.6189900 40420 
Vibrational harmonic frequencies (cm-1): 40421 
       44.0302                   62.5760                   84.6047             40422 
       90.8409                  124.5842                  161.6111             40423 
      177.1969                  208.4757                  238.3893             40424 
      262.8565                  282.0199                  296.1544             40425 
      305.8955                  317.2080                  364.3779             40426 
      427.4532                  441.2073                  458.4410             40427 
      535.3400                  551.4176                  582.3161             40428 
      653.0570                  871.2267                  892.6789             40429 
      931.0972                  960.6071                  968.3045             40430 
     1026.5599                 1049.9323                 1080.5004             40431 
     1092.7936                 1141.9787                 1186.6210             40432 
     1236.0035                 1271.3094                 1295.0904             40433 
     1309.2967                 1332.0492                 1382.3120             40434 
     1395.8392                 1406.8215                 1411.2108             40435 
     1411.9629                 1432.5018                 1477.2948             40436 
     1494.5751                 1504.2658                 1874.0646             40437 
     2982.1950                 3076.2959                 3087.1560             40438 



575 
 

     3140.3850                 3151.6864                 3157.0703             40439 
     3163.4339                 3768.5129                 3799.8717             40440 
Zero-point correction (Hartree): 0.155903 40441 
 40442 
diHPCARP_Ib.pttpmtmmu 40443 
--------------------- 40444 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18156114  40445 
Electronic state : 2-A 40446 
Cartesian coordinates (Angs): 40447 
     O      -2.140741      1.256488      -0.968500 40448 
     O      -1.871612      0.940851       0.390593 40449 
     C      -1.072731     -0.226390       0.418527 40450 
     C       0.307006      0.031824      -0.214207 40451 
     C       1.348593     -1.039549       0.061694 40452 
     O       2.542708     -0.786710      -0.647640 40453 
     O       3.404827     -0.013705       0.174221 40454 
     H       3.196628      0.892100      -0.089623 40455 
     C      -1.004298     -0.604945       1.892549 40456 
     H      -2.013945     -0.674049       2.293699 40457 
     H      -0.459329      0.159046       2.445095 40458 
     H      -0.508847     -1.565825       2.017579 40459 
     C      -1.828148     -1.313893      -0.341372 40460 
     O      -1.306165     -2.192039      -0.964774 40461 
     H      -2.924766     -1.229538      -0.237846 40462 
     H       0.206422      0.179200      -1.288845 40463 
     O       0.842593      1.265862       0.328912 40464 
     O       0.392624      2.321885      -0.277857 40465 
     H      -1.454834      1.921236      -1.143209 40466 
     H       1.574311     -1.113935       1.125328 40467 
     H       0.967962     -1.991578      -0.304958 40468 
Rotational constants (GHz):    1.2627900    0.7363100    0.5818300 40469 
Vibrational harmonic frequencies (cm-1): 40470 
       56.9360                   61.0771                   96.8186             40471 
      117.7259                  146.9440                  177.5037             40472 
      198.4737                  207.5599                  236.8875             40473 
      243.0706                  264.0707                  290.9525             40474 
      307.1226                  322.7941                  367.7723             40475 
      394.0130                  501.8661                  520.4474             40476 
      522.6832                  570.5368                  588.8832             40477 
      667.6427                  818.4165                  872.3818             40478 
      931.8046                  961.3669                  970.0152             40479 
     1014.6243                 1052.3379                 1085.7389             40480 
     1115.8840                 1138.0215                 1188.3461             40481 
     1237.3718                 1254.8358                 1293.7643             40482 
     1313.0617                 1332.0796                 1370.9782             40483 
     1400.3324                 1408.4079                 1411.5667             40484 
     1423.4706                 1437.5886                 1470.1658             40485 
     1493.5212                 1503.1567                 1871.0171             40486 
     2987.3636                 3076.3303                 3094.7464             40487 
     3125.5458                 3157.0596                 3157.4967             40488 
     3163.4396                 3728.4513                 3808.3371             40489 
Zero-point correction (Hartree): 0.156125 40490 
 40491 
diHPCARP_Ib.pttpptmmu 40492 
--------------------- 40493 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18077193  40494 
Electronic state : 2-A 40495 
Cartesian coordinates (Angs): 40496 
     O      -1.977357      1.157796      -1.226775 40497 
     O      -1.942734      0.871356       0.164319 40498 
     C      -1.090213     -0.239138       0.360942 40499 
     C       0.358553      0.091695      -0.041412 40500 
     C       1.379198     -0.929243       0.436231 40501 
     O       2.511846     -0.996496      -0.395920 40502 
     O       3.155158      0.272347      -0.353002 40503 
     H       3.986168      0.053521       0.085731 40504 
     C      -1.239481     -0.569817       1.841309 40505 
     H      -2.288950     -0.746587       2.070948 40506 
     H      -0.888009      0.269838       2.438811 40507 
     H      -0.669439     -1.461701       2.094744 40508 
     C      -1.647404     -1.392549      -0.471153 40509 
     O      -0.991414     -2.286889      -0.921196 40510 
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     H      -2.743812     -1.339361      -0.597234 40511 
     H       0.438178      0.218209      -1.120036 40512 
     O       0.709879      1.357299       0.571196 40513 
     O       0.319342      2.377623      -0.124238 40514 
     H      -1.297893      1.850156      -1.287151 40515 
     H       1.667080     -0.704762       1.467813 40516 
     H       0.955000     -1.929292       0.375806 40517 
Rotational constants (GHz):    1.2026800    0.7787200    0.6024100 40518 
Vibrational harmonic frequencies (cm-1): 40519 
       37.2495                   48.1817                   95.2129             40520 
      110.0555                  145.8174                  177.4607             40521 
      195.9273                  203.5832                  217.9351             40522 
      227.9820                  247.2952                  286.3255             40523 
      314.8960                  335.3120                  352.9540             40524 
      398.3861                  470.3818                  519.8120             40525 
      542.5582                  575.7210                  600.1202             40526 
      675.3147                  823.7496                  888.2742             40527 
      932.5637                  962.2259                  973.7097             40528 
     1007.8434                 1054.7664                 1085.9489             40529 
     1120.5609                 1139.4689                 1176.5616             40530 
     1235.3456                 1255.7929                 1303.1504             40531 
     1311.0203                 1329.0263                 1366.6753             40532 
     1395.2989                 1400.2466                 1411.0985             40533 
     1435.7068                 1441.2791                 1466.1434             40534 
     1490.4562                 1504.4117                 1869.7930             40535 
     2985.2556                 3055.2985                 3077.3197             40536 
     3132.3527                 3156.5318                 3158.8838             40537 
     3163.1867                 3710.8440                 3826.8895             40538 
Zero-point correction (Hartree): 0.155886 40539 
 40540 
diHPCARP_Ib.ptttmtmmu 40541 
--------------------- 40542 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18141307  40543 
Electronic state : 2-A 40544 
Cartesian coordinates (Angs): 40545 
     O      -2.409036      0.614255      -1.097233 40546 
     O      -2.167140      0.391511       0.285296 40547 
     C      -1.020803     -0.427415       0.402633 40548 
     C       0.231562      0.293807      -0.125745 40549 
     C       1.533902     -0.345485       0.295786 40550 
     O       2.527191      0.231974      -0.524569 40551 
     O       3.764663     -0.331403      -0.115530 40552 
     H       4.234154      0.449650       0.201915 40553 
     C      -0.944255     -0.763448       1.886056 40554 
     H      -1.880912     -1.218429       2.203629 40555 
     H      -0.786516      0.148315       2.460282 40556 
     H      -0.130568     -1.460376       2.078787 40557 
     C      -1.291552     -1.704405      -0.390852 40558 
     O      -0.457896     -2.329114      -0.978693 40559 
     H      -2.350941     -2.016433      -0.350834 40560 
     H       0.187828      0.385900      -1.210166 40561 
     O       0.263271      1.636083       0.420335 40562 
     O      -0.470267      2.470525      -0.246323 40563 
     H      -1.964990      1.469348      -1.225851 40564 
     H       1.738246     -0.123322       1.346833 40565 
     H       1.494284     -1.423622       0.141866 40566 
Rotational constants (GHz):    1.2349400    0.6962200    0.5545400 40567 
Vibrational harmonic frequencies (cm-1): 40568 
       58.3214                   64.2909                   96.7285             40569 
      114.6202                  125.9833                  184.0683             40570 
      199.0628                  199.4845                  215.2190             40571 
      233.4792                  256.5820                  285.3976             40572 
      293.5688                  324.0021                  367.6135             40573 
      373.2363                  427.5602                  517.0935             40574 
      534.7525                  578.3025                  614.8780             40575 
      683.5484                  817.6588                  891.3641             40576 
      930.3278                  964.7592                 1002.8056             40577 
     1037.3188                 1054.2939                 1087.7639             40578 
     1121.9983                 1150.9700                 1197.0524             40579 
     1236.9472                 1258.5924                 1279.5748             40580 
     1307.3458                 1324.5683                 1363.4195             40581 
     1400.6365                 1409.4499                 1412.5917             40582 
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     1432.1878                 1443.8809                 1491.1595             40583 
     1502.3707                 1514.1596                 1873.0565             40584 
     2983.9129                 3060.6030                 3076.5989             40585 
     3127.4639                 3134.3581                 3156.5660             40586 
     3161.2975                 3709.0972                 3827.3986             40587 
Zero-point correction (Hartree): 0.156035 40588 
 40589 
diHPCARP_Ib.ptttptmmu 40590 
--------------------- 40591 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18164996  40592 
Electronic state : 2-A 40593 
Cartesian coordinates (Angs): 40594 
     O      -2.408512      0.528111      -1.131728 40595 
     O      -2.184649      0.326850       0.257115 40596 
     C      -1.008580     -0.443588       0.403892 40597 
     C       0.223855      0.319469      -0.111295 40598 
     C       1.539661     -0.275543       0.334443 40599 
     O       2.524203      0.293642      -0.502212 40600 
     O       3.778208     -0.166089      -0.022768 40601 
     H       4.056585     -0.751772      -0.737788 40602 
     C      -0.945004     -0.758199       1.892675 40603 
     H      -1.867112     -1.248582       2.199965 40604 
     H      -0.836573      0.167204       2.456364 40605 
     H      -0.105710     -1.416250       2.110497 40606 
     C      -1.215271     -1.737601      -0.381015 40607 
     O      -0.351906     -2.326033      -0.964557 40608 
     H      -2.258755     -2.099259      -0.342876 40609 
     H       0.191941      0.400137      -1.197091 40610 
     O       0.198121      1.665722       0.421460 40611 
     O      -0.557044      2.464231      -0.264799 40612 
     H      -1.995760      1.399023      -1.259282 40613 
     H       1.740077     -0.009251       1.375141 40614 
     H       1.519978     -1.359960       0.222781 40615 
Rotational constants (GHz):    1.2334400    0.6967200    0.5563100 40616 
Vibrational harmonic frequencies (cm-1): 40617 
       57.8963                   65.8205                  101.9070             40618 
      117.3147                  125.5513                  183.7262             40619 
      190.8096                  199.8383                  210.8256             40620 
      233.0287                  257.4822                  286.5779             40621 
      292.0153                  325.0693                  367.2061             40622 
      376.2989                  426.3864                  517.7513             40623 
      536.2944                  578.8662                  614.6789             40624 
      684.1225                  818.6640                  894.0697             40625 
      930.3926                  964.9628                 1003.5272             40626 
     1037.9454                 1054.3942                 1091.3969             40627 
     1123.2908                 1151.1672                 1197.3487             40628 
     1236.4329                 1259.4688                 1280.8689             40629 
     1306.2490                 1329.2607                 1364.8653             40630 
     1399.6892                 1408.7510                 1411.6387             40631 
     1433.5767                 1443.6142                 1491.0866             40632 
     1502.5548                 1513.8890                 1870.4625             40633 
     2984.3421                 3066.8646                 3076.1288             40634 
     3124.9376                 3132.1867                 3156.3120             40635 
     3160.5382                 3699.2418                 3822.0186             40636 
Zero-point correction (Hartree): 0.156035 40637 
 40638 
diHPCARP_Ib.tmmmmmtmu 40639 
--------------------- 40640 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17926774  40641 
Electronic state : 2-A 40642 
Cartesian coordinates (Angs): 40643 
     O       2.940610     -0.014239       0.739921 40644 
     O       1.569114      0.099251       1.079632 40645 
     C       0.810467      0.468240      -0.059475 40646 
     C      -0.573011      0.744386       0.544786 40647 
     C      -1.193955     -0.442943       1.258771 40648 
     O      -1.139559     -1.633825       0.506821 40649 
     O      -2.106264     -1.525124      -0.537404 40650 
     H      -2.634065     -2.317755      -0.381657 40651 
     C       1.353197      1.714742      -0.753849 40652 
     H       2.367184      1.532735      -1.098302 40653 
     H       1.363055      2.543702      -0.047060 40654 
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     H       0.725868      1.980106      -1.602682 40655 
     C       0.779763     -0.671194      -1.075612 40656 
     O       1.614788     -1.535048      -1.097849 40657 
     H      -0.020031     -0.620513      -1.832938 40658 
     H      -0.484633      1.574138       1.248146 40659 
     O      -1.409294      1.197624      -0.544971 40660 
     O      -2.531285      1.680906      -0.112366 40661 
     H       2.943956     -0.865699       0.271725 40662 
     H      -0.602794     -0.655174       2.148944 40663 
     H      -2.222190     -0.207296       1.535826 40664 
Rotational constants (GHz):    1.3314500    0.7738300    0.6367700 40665 
Vibrational harmonic frequencies (cm-1): 40666 
       48.4147                   74.8354                   92.7777             40667 
      127.1967                  147.7489                  160.0942             40668 
      169.4786                  179.1921                  205.7500             40669 
      228.5991                  257.7676                  297.0827             40670 
      320.0322                  337.3558                  362.9755             40671 
      389.9278                  452.1089                  463.5560             40672 
      529.5070                  553.5431                  667.4447             40673 
      771.7629                  829.2398                  859.7728             40674 
      917.2219                  932.8192                  969.2154             40675 
     1002.7111                 1047.7095                 1061.6515             40676 
     1104.8874                 1135.9853                 1175.6686             40677 
     1215.5534                 1279.3132                 1292.9178             40678 
     1312.4056                 1351.1012                 1366.7085             40679 
     1394.3565                 1402.7353                 1421.9666             40680 
     1425.1143                 1458.1031                 1466.4738             40681 
     1490.1415                 1502.2850                 1848.6784             40682 
     3009.7089                 3080.8624                 3087.1125             40683 
     3099.0177                 3150.9664                 3157.4140             40684 
     3179.2687                 3713.7833                 3832.7350             40685 
Zero-point correction (Hartree): 0.155856 40686 
 40687 
diHPCARP_Ib.tmmpmmmmu 40688 
--------------------- 40689 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18104313  40690 
Electronic state : 2-A 40691 
Cartesian coordinates (Angs): 40692 
     O       1.632449     -2.106896      -0.792799 40693 
     O       0.816462     -0.984395      -1.079755 40694 
     C      -0.124749     -0.792881      -0.038993 40695 
     C      -1.009552      0.337294      -0.600982 40696 
     C      -0.243166      1.605973      -0.915429 40697 
     O       0.477553      2.030260       0.230955 40698 
     O       1.854435      2.121876      -0.085991 40699 
     H       2.211262      1.325288       0.342564 40700 
     C      -0.941590     -2.044477       0.262791 40701 
     H      -0.280942     -2.848216       0.576338 40702 
     H      -1.475807     -2.351970      -0.634468 40703 
     H      -1.666880     -1.848370       1.050312 40704 
     C       0.583157     -0.348789       1.234136 40705 
     O       1.784905     -0.360994       1.344757 40706 
     H      -0.067548     -0.070896       2.077801 40707 
     H      -1.529654     -0.029385      -1.485594 40708 
     O      -2.012602      0.671781       0.382990 40709 
     O      -3.124967      0.025593       0.194727 40710 
     H       2.294959     -1.710959      -0.205682 40711 
     H       0.449000      1.421082      -1.733142 40712 
     H      -0.944877      2.392906      -1.196337 40713 
Rotational constants (GHz):    1.0922600    0.9380700    0.6433200 40714 
Vibrational harmonic frequencies (cm-1): 40715 
       39.9700                   89.0236                   98.7830             40716 
      158.3246                  165.6529                  192.5341             40717 
      206.3880                  219.0291                  239.4654             40718 
      254.6220                  304.3156                  316.4482             40719 
      351.4477                  369.3722                  388.6058             40720 
      424.3545                  459.6131                  481.3310             40721 
      498.5229                  547.7231                  617.1281             40722 
      754.2073                  836.1462                  897.7100             40723 
      912.0743                  925.1130                  973.8841             40724 
     1014.9351                 1047.5712                 1061.6207             40725 
     1123.3853                 1131.9541                 1171.2125             40726 
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     1210.9333                 1259.4904                 1284.3153             40727 
     1296.4558                 1344.5345                 1353.5284             40728 
     1397.4402                 1404.6351                 1420.2039             40729 
     1444.1982                 1475.5257                 1479.5220             40730 
     1486.8386                 1503.2484                 1820.9897             40731 
     3021.8753                 3084.4490                 3085.0548             40732 
     3117.3867                 3160.7125                 3161.9042             40733 
     3175.6104                 3704.7364                 3759.8779             40734 
Zero-point correction (Hartree): 0.156569 40735 
 40736 
diHPCARP_Ib.tmmpmmtmu 40737 
--------------------- 40738 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18151216  40739 
Electronic state : 2-A 40740 
Cartesian coordinates (Angs): 40741 
     O       2.600379     -0.763869      -0.826736 40742 
     O       1.268430     -0.349770      -1.076448 40743 
     C       0.427714     -0.784886      -0.024328 40744 
     C      -0.973063     -0.433367      -0.546537 40745 
     C      -1.163547      1.033141      -0.878765 40746 
     O      -0.779437      1.836031       0.225826 40747 
     O       0.289212      2.682648      -0.157226 40748 
     H       1.050975      2.248680       0.262457 40749 
     C       0.546692     -2.280511       0.253579 40750 
     H       1.550496     -2.523557       0.590723 40751 
     H       0.343626     -2.828362      -0.665492 40752 
     H      -0.172128     -2.581603       1.013205 40753 
     C       0.747456     -0.018143       1.253453 40754 
     O       1.713529      0.697878       1.350476 40755 
     H       0.080107     -0.200804       2.109764 40756 
     H      -1.197578     -1.050673      -1.417162 40757 
     O      -1.889204     -0.820817       0.507027 40758 
     O      -3.113947     -0.858711       0.081580 40759 
     H       2.909671     -0.056686      -0.239895 40760 
     H      -0.568181      1.298609      -1.748775 40761 
     H      -2.220187      1.209870      -1.085226 40762 
Rotational constants (GHz):    1.1614500    0.8827900    0.6402400 40763 
Vibrational harmonic frequencies (cm-1): 40764 
       47.7357                   77.7919                  118.6405             40765 
      151.9148                  165.1065                  182.1221             40766 
      196.1365                  202.7457                  230.0357             40767 
      252.4258                  299.6015                  306.9105             40768 
      345.9585                  361.1393                  388.8193             40769 
      422.3758                  452.7496                  489.8062             40770 
      494.2873                  558.8251                  654.3467             40771 
      743.8285                  837.3591                  892.4769             40772 
      907.4335                  924.8671                  975.7308             40773 
     1011.1256                 1049.8990                 1069.6949             40774 
     1102.7891                 1131.0690                 1172.5192             40775 
     1216.5783                 1272.3628                 1284.0650             40776 
     1301.6154                 1345.3029                 1359.6145             40777 
     1396.0713                 1403.3569                 1419.7938             40778 
     1441.8015                 1475.8627                 1477.6620             40779 
     1489.9542                 1503.1957                 1823.7500             40780 
     3030.3758                 3082.2442                 3089.4121             40781 
     3109.0087                 3159.9850                 3160.8793             40782 
     3176.2955                 3707.1160                 3762.5580             40783 
Zero-point correction (Hartree): 0.156526 40784 
 40785 
diHPCARP_Ib.tmppmmpmu 40786 
--------------------- 40787 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18056308  40788 
Electronic state : 2-A 40789 
Cartesian coordinates (Angs): 40790 
     O       2.529072     -0.731902      -0.656725 40791 
     O       1.316760     -0.022062      -0.832969 40792 
     C       0.237832     -0.710851      -0.205847 40793 
     C      -0.963345      0.193641      -0.569942 40794 
     C      -1.175979      1.408775       0.334588 40795 
     O       0.013253      2.109288       0.575835 40796 
     O       0.445973      2.657918      -0.661768 40797 
     H       1.143287      2.028585      -0.905216 40798 
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     C       0.073872     -2.119491      -0.766225 40799 
     H       1.020012     -2.647320      -0.682585 40800 
     H      -0.212205     -2.063961      -1.815546 40801 
     H      -0.693276     -2.667126      -0.222633 40802 
     C       0.467595     -0.792244       1.300345 40803 
     O       1.491025     -0.455242       1.828520 40804 
     H      -0.366177     -1.223561       1.878426 40805 
     H      -0.814068      0.505797      -1.603103 40806 
     O      -2.200629     -0.544172      -0.618211 40807 
     O      -2.498887     -1.072213       0.531295 40808 
     H       2.757624     -0.485382       0.255113 40809 
     H      -1.931973      2.060135      -0.108272 40810 
     H      -1.515610      1.080924       1.318478 40811 
Rotational constants (GHz):    1.0514000    0.9442700    0.6869300 40812 
Vibrational harmonic frequencies (cm-1): 40813 
       54.1526                   96.5950                  113.1012             40814 
      140.2075                  156.4670                  184.0573             40815 
      208.2600                  226.6963                  244.4893             40816 
      262.4628                  303.7788                  319.0700             40817 
      346.8986                  359.9981                  377.4555             40818 
      438.8346                  490.2925                  515.2738             40819 
      550.3984                  590.0557                  594.7855             40820 
      726.1612                  832.7674                  893.6256             40821 
      928.0868                  961.0917                  997.1509             40822 
     1003.8461                 1056.3313                 1073.6345             40823 
     1111.6980                 1144.2735                 1179.4390             40824 
     1205.4662                 1249.7467                 1257.8919             40825 
     1304.5448                 1353.0158                 1386.2460             40826 
     1402.9180                 1415.5532                 1422.8749             40827 
     1444.6901                 1458.6081                 1490.1485             40828 
     1492.7878                 1505.0902                 1855.1878             40829 
     3011.5192                 3070.9965                 3082.0357             40830 
     3119.6840                 3134.2435                 3159.4623             40831 
     3176.8285                 3714.9885                 3740.2735             40832 
Zero-point correction (Hartree): 0.157048 40833 
 40834 
diHPCARP_Ib.tmtmpmtmu 40835 
--------------------- 40836 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18035487  40837 
Electronic state : 2-A 40838 
Cartesian coordinates (Angs): 40839 
     O      -2.853707     -0.865030      -0.947464 40840 
     O      -1.438772     -0.858569      -0.870297 40841 
     C      -1.014233      0.325960      -0.227609 40842 
     C       0.519312      0.202926      -0.264224 40843 
     C       1.039787     -1.103436       0.327654 40844 
     O       2.432775     -1.082238       0.506043 40845 
     O       3.032359     -0.996187      -0.778787 40846 
     H       3.266618     -0.056450      -0.808553 40847 
     C      -1.482756      1.586998      -0.941823 40848 
     H      -2.568203      1.645077      -0.930662 40849 
     H      -1.143328      1.556637      -1.975991 40850 
     H      -1.070731      2.471591      -0.458520 40851 
     C      -1.498303      0.349590       1.220493 40852 
     O      -2.144494     -0.537263       1.706005 40853 
     H      -1.231665      1.250791       1.798724 40854 
     H       0.867570      0.328536      -1.288495 40855 
     O       1.025451      1.314710       0.504527 40856 
     O       2.221736      1.660617       0.137467 40857 
     H      -3.082281     -1.264542      -0.093948 40858 
     H       0.638739     -1.264696       1.329857 40859 
     H       0.737642     -1.927495      -0.319321 40860 
Rotational constants (GHz):    1.4972700    0.6135700    0.5665500 40861 
Vibrational harmonic frequencies (cm-1): 40862 
       46.6861                   75.2179                   97.8118             40863 
      126.0324                  152.1303                  166.9480             40864 
      182.9415                  211.8064                  221.4110             40865 
      253.9232                  276.3163                  309.0942             40866 
      351.9594                  373.0537                  383.8023             40867 
      441.4063                  444.1849                  467.1691             40868 
      478.0870                  565.8303                  575.9665             40869 
      749.9572                  836.5992                  882.0542             40870 
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      926.1766                  959.7473                  986.2227             40871 
     1014.7786                 1048.6671                 1086.4056             40872 
     1095.4933                 1146.4154                 1184.1335             40873 
     1222.1671                 1276.8790                 1295.1899             40874 
     1305.1052                 1332.0671                 1364.4851             40875 
     1402.3919                 1412.2026                 1420.0116             40876 
     1435.3081                 1441.8519                 1472.7406             40877 
     1488.7070                 1503.0135                 1856.4921             40878 
     2997.1559                 3080.0748                 3080.8770             40879 
     3124.0260                 3139.6575                 3157.5593             40880 
     3171.3523                 3755.8925                 3766.4230             40881 
Zero-point correction (Hartree): 0.156328 40882 
 40883 
diHPCARP_Ib.tpmmpmmmu 40884 
--------------------- 40885 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18088814  40886 
Electronic state : 2-A 40887 
Cartesian coordinates (Angs): 40888 
     O       1.199604     -1.911073      -1.005208 40889 
     O       0.340077     -0.802978      -0.806916 40890 
     C       0.564579     -0.239804       0.473238 40891 
     C      -0.515559      0.831146       0.665535 40892 
     C      -1.940947      0.332453       0.884239 40893 
     O      -2.306626     -0.813787       0.167231 40894 
     O      -2.389036     -0.464280      -1.204344 40895 
     H      -1.508213     -0.728658      -1.517383 40896 
     C       0.487466     -1.268235       1.602669 40897 
     H       1.321862     -1.960909       1.536085 40898 
     H      -0.441274     -1.827139       1.514404 40899 
     H       0.522113     -0.767534       2.570940 40900 
     C       1.951918      0.399443       0.515743 40901 
     O       2.793400      0.192399      -0.312302 40902 
     H       2.160449      1.013129       1.410596 40903 
     H      -0.235096      1.439316       1.529295 40904 
     O      -0.524292      1.735411      -0.466623 40905 
     O       0.581403      2.409603      -0.524744 40906 
     H       2.018004     -1.459543      -1.269654 40907 
     H      -2.051273      0.043996       1.930206 40908 
     H      -2.627541      1.154966       0.670226 40909 
Rotational constants (GHz):    1.2470200    0.8480200    0.6903100 40910 
Vibrational harmonic frequencies (cm-1): 40911 
       70.0771                   96.9024                  115.0457             40912 
      136.0364                  179.2872                  190.8996             40913 
      197.5695                  226.6673                  247.6285             40914 
      271.8902                  292.4545                  306.4594             40915 
      365.4054                  372.9844                  398.1789             40916 
      446.3202                  490.7330                  520.6099             40917 
      542.5794                  583.1671                  606.0084             40918 
      798.1780                  842.8141                  858.3714             40919 
      920.3124                  930.9009                  971.0761             40920 
     1008.9261                 1036.3604                 1070.0496             40921 
     1126.4389                 1149.1744                 1187.8569             40922 
     1209.6501                 1255.5738                 1287.7566             40923 
     1322.7493                 1354.7848                 1381.0966             40924 
     1397.9511                 1411.8080                 1422.0652             40925 
     1453.3145                 1464.2137                 1466.4101             40926 
     1487.7568                 1512.7692                 1858.7567             40927 
     2976.5208                 3068.6177                 3075.9925             40928 
     3080.2055                 3127.4366                 3156.5388             40929 
     3178.7797                 3725.6110                 3732.3651             40930 
Zero-point correction (Hartree): 0.157116 40931 
 40932 
 40933 
 40934 
(2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-Ic) 40935 
=============================================================== 40936 
 40937 
diHPCARP_Ic.mmppptpmu 40938 
--------------------- 40939 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17969857  40940 
Electronic state : 2-A 40941 
Cartesian coordinates (Angs): 40942 



582 
 

     O      -1.749592      1.745598      -0.460777 40943 
     O      -0.797670      1.488969       0.556094 40944 
     C       0.363342      0.889827      -0.016569 40945 
     C       0.008090     -0.508324      -0.569177 40946 
     C      -0.588999     -1.474058       0.449376 40947 
     O      -1.910121     -1.049297       0.851500 40948 
     O      -2.735503     -1.004734      -0.148070 40949 
     H      -2.441998      1.098326      -0.253724 40950 
     C       0.972052      1.767800      -1.106934 40951 
     H       1.179398      2.762287      -0.712977 40952 
     H       0.267884      1.857780      -1.930967 40953 
     H       1.893626      1.316588      -1.466954 40954 
     C       1.330681      0.916580       1.154332 40955 
     O       2.330609      0.252411       1.222271 40956 
     H       1.080109      1.652881       1.935957 40957 
     H      -0.744807     -0.334001      -1.340639 40958 
     O       1.068626     -1.117475      -1.272829 40959 
     O       1.862840     -1.901377      -0.391598 40960 
     H       2.396611     -1.228579       0.066852 40961 
     H      -0.666443     -2.463992       0.004672 40962 
     H      -0.028894     -1.525017       1.378882 40963 
Rotational constants (GHz):    1.1661500    0.8733700    0.6603100 40964 
Vibrational harmonic frequencies (cm-1): 40965 
       34.0834                   77.4302                  101.6901             40966 
      143.3741                  167.0245                  183.7703             40967 
      204.6958                  214.5164                  223.8221             40968 
      252.9851                  265.1857                  306.6428             40969 
      313.3694                  338.9306                  405.6698             40970 
      439.2012                  463.0515                  490.1830             40971 
      556.6404                  570.3428                  628.7808             40972 
      667.7732                  789.1347                  909.2923             40973 
      948.1165                  965.6837                  983.9204             40974 
      996.1229                 1042.5830                 1063.9313             40975 
     1110.1416                 1156.7912                 1174.9694             40976 
     1190.5154                 1236.4766                 1284.4757             40977 
     1315.4722                 1340.8198                 1378.2406             40978 
     1396.7792                 1411.2393                 1429.1659             40979 
     1449.5783                 1484.6474                 1486.1603             40980 
     1488.0964                 1502.2057                 1853.0389             40981 
     3008.7811                 3078.2412                 3098.1629             40982 
     3115.6401                 3157.8864                 3175.6052             40983 
     3182.1203                 3661.6031                 3744.4348             40984 
Zero-point correction (Hartree): 0.156417 40985 
 40986 
diHPCARP_Ic.mmtmptpmu 40987 
--------------------- 40988 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18020395  40989 
Electronic state : 2-A 40990 
Cartesian coordinates (Angs): 40991 
     O       1.275481      2.142324       0.373675 40992 
     O       0.333630      1.703377      -0.588368 40993 
     C      -0.604547      0.817658       0.017742 40994 
     C       0.150388     -0.459244       0.464977 40995 
     C       0.935568     -1.120544      -0.663829 40996 
     O       2.316509     -1.327539      -0.287842 40997 
     O       2.943064     -0.210202      -0.100813 40998 
     H       2.032596      1.566363       0.172145 40999 
     C      -1.331446      1.459989       1.192975 41000 
     H      -1.814390      2.383204       0.875406 41001 
     H      -0.616406      1.689469       1.979515 41002 
     H      -2.081081      0.771037       1.575682 41003 
     C      -1.619167      0.633810      -1.101171 41004 
     O      -2.521077     -0.159543      -1.066160 41005 
     H      -1.507170      1.335058      -1.944957 41006 
     H       0.864006     -0.101815       1.210607 41007 
     O      -0.637622     -1.365210       1.205598 41008 
     O      -1.389744     -2.205664       0.344007 41009 
     H      -2.123277     -1.631469       0.063572 41010 
     H       0.550256     -2.113122      -0.872535 41011 
     H       0.948766     -0.509086      -1.564372 41012 
Rotational constants (GHz):    1.1450900    0.8597100    0.6209000 41013 
Vibrational harmonic frequencies (cm-1): 41014 
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       50.2699                   61.0823                   84.1545             41015 
      129.6498                  161.6022                  183.0576             41016 
      212.3870                  221.4359                  244.5226             41017 
      261.1974                  273.1595                  294.4976             41018 
      307.6954                  343.3732                  459.1735             41019 
      460.3233                  482.5545                  546.0291             41020 
      560.2349                  579.2443                  605.6338             41021 
      682.1544                  851.5591                  906.3113             41022 
      917.9017                  958.4376                  981.7103             41023 
     1002.3499                 1016.8098                 1062.9422             41024 
     1110.2599                 1158.7921                 1171.0430             41025 
     1193.6244                 1261.0544                 1264.2641             41026 
     1330.2311                 1338.8304                 1378.7687             41027 
     1398.5224                 1419.4360                 1425.9306             41028 
     1473.0904                 1481.9688                 1484.8633             41029 
     1488.6962                 1502.9749                 1854.2319             41030 
     3003.5615                 3079.9124                 3094.1368             41031 
     3112.8468                 3159.8805                 3174.5662             41032 
     3193.9812                 3677.5525                 3698.2181             41033 
Zero-point correction (Hartree): 0.156812 41034 
 41035 
diHPCARP_Ic.mmtpmpppu 41036 
--------------------- 41037 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18066307  41038 
Electronic state : 2-A 41039 
Cartesian coordinates (Angs): 41040 
     O       1.904008      1.980532      -0.226475 41041 
     O       1.829758      0.808158       0.580549 41042 
     C       1.159842     -0.202050      -0.166927 41043 
     C      -0.238930      0.326808      -0.564758 41044 
     C      -0.994487      0.861941       0.646192 41045 
     O      -2.295520      1.322195       0.239035 41046 
     O      -3.141441      0.344303       0.122273 41047 
     H       2.858404      2.101674      -0.294627 41048 
     C       1.945178     -0.645949      -1.385351 41049 
     H       2.931704     -0.999251      -1.084540 41050 
     H       2.056558      0.177012      -2.088148 41051 
     H       1.417125     -1.456245      -1.885856 41052 
     C       1.049690     -1.366991       0.830811 41053 
     O       0.938891     -1.209090       2.010736 41054 
     H       1.102630     -2.368601       0.375103 41055 
     H      -0.096521      1.134694      -1.284337 41056 
     O      -0.973392     -0.621610      -1.300234 41057 
     O      -1.268190     -1.726024      -0.457452 41058 
     H      -2.141485     -1.467862      -0.116670 41059 
     H      -1.125071      0.114910       1.425100 41060 
     H      -0.484018      1.733405       1.046713 41061 
Rotational constants (GHz):    1.2801100    0.7396600    0.6606700 41062 
Vibrational harmonic frequencies (cm-1): 41063 
       48.3721                   81.1380                  112.9804             41064 
      127.5692                  159.5705                  176.8515             41065 
      194.1621                  199.0821                  219.0915             41066 
      224.0471                  271.3967                  300.9249             41067 
      319.3521                  326.1563                  331.8239             41068 
      412.6278                  490.0094                  520.1332             41069 
      545.0678                  584.3425                  641.3207             41070 
      677.0127                  802.0789                  890.3980             41071 
      925.2281                  977.3386                  986.4961             41072 
     1005.0063                 1022.1785                 1046.7059             41073 
     1107.9400                 1151.9679                 1190.5838             41074 
     1207.8976                 1241.2199                 1257.6800             41075 
     1320.0930                 1336.8401                 1381.5190             41076 
     1396.0538                 1405.5943                 1411.9129             41077 
     1431.8280                 1437.3151                 1484.5126             41078 
     1489.4258                 1503.0424                 1865.6494             41079 
     3007.8157                 3072.6151                 3107.6958             41080 
     3126.1142                 3149.5213                 3162.4021             41081 
     3189.4997                 3719.4363                 3836.0685             41082 
Zero-point correction (Hartree): 0.156307 41083 
 41084 
diHPCARP_Ic.mptpptppu 41085 
--------------------- 41086 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18186226  41087 
Electronic state : 2-A 41088 
Cartesian coordinates (Angs): 41089 
     O      -0.531160      2.233877       0.450242 41090 
     O      -1.374549      1.357508      -0.276009 41091 
     C      -1.226317      0.038756       0.211405 41092 
     C       0.180802     -0.549752      -0.012332 41093 
     C       1.205434     -0.220176       1.062674 41094 
     O       2.406835     -0.983996       0.832420 41095 
     O       3.170041     -0.442061      -0.065999 41096 
     H       0.200339      2.310857      -0.183761 41097 
     C      -1.702563     -0.080598       1.656020 41098 
     H      -2.758126      0.181897       1.715338 41099 
     H      -1.145644      0.605015       2.291181 41100 
     H      -1.577824     -1.103316       2.011240 41101 
     C      -2.210942     -0.742857      -0.663356 41102 
     O      -2.207964     -1.937307      -0.724947 41103 
     H      -2.952312     -0.122919      -1.195140 41104 
     H       0.050020     -1.635822      -0.026704 41105 
     O       0.655939     -0.280602      -1.318154 41106 
     O       1.164528      1.044558      -1.401107 41107 
     H       2.109428      0.877521      -1.247363 41108 
     H       1.473775      0.830515       1.101827 41109 
     H       0.852505     -0.551819       2.035354 41110 
Rotational constants (GHz):    1.3128300    0.7141400    0.6471900 41111 
Vibrational harmonic frequencies (cm-1): 41112 
       78.6240                   84.7659                   95.1592             41113 
      151.1193                  170.3196                  187.6157             41114 
      206.2110                  220.2048                  241.6540             41115 
      272.7188                  287.1116                  301.3043             41116 
      324.9592                  354.5776                  414.6100             41117 
      459.8973                  504.6138                  524.8308             41118 
      557.0878                  572.4621                  638.4307             41119 
      702.6114                  837.0711                  911.6649             41120 
      930.3032                  952.6141                  972.4652             41121 
      998.6921                 1009.9753                 1061.1602             41122 
     1127.1451                 1137.0028                 1180.0627             41123 
     1207.3566                 1253.8051                 1274.9084             41124 
     1313.0296                 1343.9665                 1391.4182             41125 
     1394.4329                 1406.5936                 1409.2580             41126 
     1445.0084                 1471.4765                 1483.7258             41127 
     1489.5441                 1513.2441                 1872.6288             41128 
     2999.8942                 3071.8608                 3082.0741             41129 
     3134.4381                 3147.8868                 3162.3211             41130 
     3198.4033                 3709.1595                 3725.6007             41131 
Zero-point correction (Hartree): 0.157128 41132 
 41133 
diHPCARP_Ic.mtmmpttmu 41134 
--------------------- 41135 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18134188  41136 
Electronic state : 2-A 41137 
Cartesian coordinates (Angs): 41138 
     O      -1.499503      2.223784       0.519623 41139 
     O      -1.867370      1.087122      -0.240836 41140 
     C      -1.108106     -0.056180       0.137472 41141 
     C       0.197044     -0.083584      -0.671804 41142 
     C       1.143265     -1.244377      -0.370105 41143 
     O       1.775796     -1.101188       0.915870 41144 
     O       2.776568     -0.274996       0.881789 41145 
     H      -0.682492      2.501080       0.077098 41146 
     C      -0.935870     -0.162904       1.648824 41147 
     H      -1.896929      0.014848       2.128870 41148 
     H      -0.223723      0.574918       2.006797 41149 
     H      -0.576353     -1.155360       1.917477 41150 
     C      -2.034623     -1.190371      -0.297985 41151 
     O      -1.694949     -2.133591      -0.952620 41152 
     H      -3.068953     -1.068216       0.067713 41153 
     H      -0.064665     -0.149420      -1.731494 41154 
     O       0.820793      1.163184      -0.423387 41155 
     O       1.909636      1.308635      -1.317466 41156 
     H       2.642567      1.000192      -0.759104 41157 
     H       0.600629     -2.184176      -0.332500 41158 



585 
 

     H       1.931889     -1.292979      -1.117051 41159 
Rotational constants (GHz):    1.1826100    0.8005900    0.6396000 41160 
Vibrational harmonic frequencies (cm-1): 41161 
       62.2127                   83.7418                   91.7883             41162 
      160.8271                  171.8135                  181.5354             41163 
      195.0610                  224.1765                  252.8572             41164 
      266.7744                  285.2386                  308.3626             41165 
      336.9383                  353.1251                  395.0687             41166 
      452.2628                  463.6232                  524.6503             41167 
      528.5483                  541.4483                  688.3975             41168 
      713.1197                  795.3806                  893.1264             41169 
      917.7560                  954.9109                  979.7091             41170 
     1008.5650                 1051.9034                 1057.2841             41171 
     1072.3774                 1149.6166                 1187.0419             41172 
     1231.0448                 1250.9306                 1270.1942             41173 
     1325.5850                 1353.9665                 1382.5481             41174 
     1390.3459                 1403.0333                 1417.3288             41175 
     1448.9480                 1460.2623                 1485.8242             41176 
     1488.0827                 1497.3249                 1866.7432             41177 
     2995.8655                 3076.4904                 3080.7430             41178 
     3123.4649                 3155.4097                 3177.8161             41179 
     3192.4097                 3717.3482                 3751.8849             41180 
Zero-point correction (Hartree): 0.156949 41181 
 41182 
diHPCARP_Ic.mttpptppu 41183 
--------------------- 41184 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18204411  41185 
Electronic state : 2-A 41186 
Cartesian coordinates (Angs): 41187 
     O       1.838147     -2.022330      -0.247149 41188 
     O       1.951323     -0.688771      -0.708726 41189 
     C       1.167352      0.190807       0.084018 41190 
     C      -0.278181      0.198737      -0.458174 41191 
     C      -1.253813      0.957433       0.425345 41192 
     O      -2.545810      1.014612      -0.208482 41193 
     O      -3.230931     -0.072728      -0.027196 41194 
     H       1.013334     -2.309748      -0.667175 41195 
     C       1.314052     -0.087997       1.578010 41196 
     H       2.372978     -0.147865       1.827330 41197 
     H       0.837872     -1.027377       1.838980 41198 
     H       0.864435      0.721066       2.153954 41199 
     C       1.838557      1.537328      -0.172971 41200 
     O       1.243654      2.565430      -0.328373 41201 
     H       2.941421      1.487590      -0.171439 41202 
     H      -0.258661      0.666761      -1.444943 41203 
     O      -0.740139     -1.108087      -0.759048 41204 
     O      -1.039979     -1.812338       0.441067 41205 
     H      -1.996393     -1.652428       0.504401 41206 
     H      -1.380633      0.487497       1.397434 41207 
     H      -0.932285      1.990358       0.527347 41208 
Rotational constants (GHz):    1.2663000    0.7988100    0.5732800 41209 
Vibrational harmonic frequencies (cm-1): 41210 
       69.0300                   82.4431                  105.7789             41211 
      133.5914                  174.9877                  197.7758             41212 
      206.4126                  220.5885                  249.9411             41213 
      281.7387                  289.0421                  308.8562             41214 
      330.1146                  347.1951                  407.8086             41215 
      455.4598                  469.4695                  519.7698             41216 
      541.8349                  583.9560                  621.9219             41217 
      710.4093                  811.2172                  900.8624             41218 
      928.8976                  968.1907                  976.8761             41219 
      998.8104                 1017.2976                 1059.4144             41220 
     1124.1508                 1134.7299                 1189.3260             41221 
     1219.4528                 1252.4152                 1261.2998             41222 
     1312.4297                 1342.0834                 1388.7727             41223 
     1395.9627                 1400.6138                 1410.7045             41224 
     1435.1199                 1444.6434                 1485.0538             41225 
     1494.7238                 1501.3406                 1864.5604             41226 
     2994.4833                 3076.0493                 3097.1565             41227 
     3121.5118                 3145.1444                 3188.2749             41228 
     3193.2519                 3725.5683                 3767.1554             41229 
Zero-point correction (Hartree): 0.157047 41230 
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 41231 
diHPCARP_Ic.pmmmpmppu 41232 
--------------------- 41233 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18143046  41234 
Electronic state : 2-A 41235 
Cartesian coordinates (Angs): 41236 
     O      -1.822248     -1.366334      -0.977411 41237 
     O      -1.999538      0.025958      -0.750535 41238 
     C      -0.890604      0.545112      -0.038640 41239 
     C       0.363741      0.523188      -0.954462 41240 
     C       1.039374     -0.825976      -1.165232 41241 
     O       1.272210     -1.551995       0.063048 41242 
     O       2.414062     -1.265622       0.607416 41243 
     H      -2.135544     -1.728281      -0.132809 41244 
     C      -1.281632      1.989194       0.264933 41245 
     H      -2.238533      1.993918       0.783181 41246 
     H      -1.375507      2.544241      -0.666929 41247 
     H      -0.523638      2.465422       0.881638 41248 
     C      -0.757293     -0.166541       1.308380 41249 
     O      -1.559198     -0.976274       1.687500 41250 
     H       0.079988      0.162028       1.940473 41251 
     H      -0.005668      0.829395      -1.937355 41252 
     O       1.292234      1.546497      -0.653090 41253 
     O       1.713393      1.423056       0.698626 41254 
     H       2.472445      0.823474       0.632287 41255 
     H       0.393381     -1.476447      -1.745355 41256 
     H       2.004238     -0.685895      -1.649432 41257 
Rotational constants (GHz):    1.2008600    0.8770600    0.7343300 41258 
Vibrational harmonic frequencies (cm-1): 41259 
       46.1513                   65.5754                  114.2333             41260 
      130.9340                  181.8084                  199.9496             41261 
      216.4522                  229.2287                  233.5318             41262 
      249.4888                  293.1939                  328.8934             41263 
      346.4405                  375.9026                  395.2790             41264 
      430.2040                  481.1554                  518.3229             41265 
      539.4322                  548.0960                  629.4397             41266 
      777.6721                  813.5214                  863.4438             41267 
      931.8110                  954.3610                  965.8697             41268 
     1019.7548                 1032.7872                 1052.6225             41269 
     1080.8123                 1132.5566                 1186.7256             41270 
     1217.1626                 1235.2104                 1270.4256             41271 
     1324.5807                 1358.8753                 1373.6112             41272 
     1397.8390                 1401.6201                 1415.7575             41273 
     1435.4782                 1436.6269                 1466.9236             41274 
     1489.8433                 1498.7141                 1845.3898             41275 
     3043.5991                 3079.1082                 3081.6026             41276 
     3113.4460                 3160.5205                 3176.9024             41277 
     3193.7176                 3728.7534                 3751.1685             41278 
Zero-point correction (Hartree): 0.156880 41279 
 41280 
diHPCARP_Ic.pmmmpmtmu 41281 
--------------------- 41282 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18485661  41283 
Electronic state : 2-A 41284 
Cartesian coordinates (Angs): 41285 
     O      -1.815122     -1.252416      -1.110142 41286 
     O      -1.870983      0.163628      -1.001846 41287 
     C      -0.921668      0.634316      -0.066852 41288 
     C       0.504310      0.601396      -0.659045 41289 
     C       1.006875     -0.770902      -1.073719 41290 
     O       1.048714     -1.651075       0.065635 41291 
     O       2.112229     -1.451371       0.787326 41292 
     H      -2.338345     -1.519840      -0.337624 41293 
     C      -1.339211      2.081371       0.195899 41294 
     H      -2.355972      2.096043       0.582667 41295 
     H      -1.305117      2.635620      -0.741192 41296 
     H      -0.663782      2.550033       0.907344 41297 
     C      -1.033407     -0.097006       1.265672 41298 
     O      -1.977822     -0.782857       1.547950 41299 
     H      -0.218101      0.093756       1.981205 41300 
     H       0.507534      1.234066      -1.553249 41301 
     O       1.315926      1.177943       0.348346 41302 
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     O       2.650295      1.258467      -0.115204 41303 
     H       3.026378      0.452652       0.274812 41304 
     H       0.327550     -1.231606      -1.781976 41305 
     H       2.012565     -0.704328      -1.480231 41306 
Rotational constants (GHz):    1.2927200    0.8076500    0.6832900 41307 
Vibrational harmonic frequencies (cm-1): 41308 
       52.3272                   73.5288                  129.1704             41309 
      132.9205                  173.7164                  195.2893             41310 
      196.3715                  221.5321                  237.6160             41311 
      258.9401                  301.4490                  323.7966             41312 
      331.1893                  344.9466                  405.0374             41313 
      442.2111                  492.8694                  507.7870             41314 
      531.5253                  570.9986                  659.6028             41315 
      746.2956                  831.9762                  882.1866             41316 
      931.4240                  938.1927                  983.1351             41317 
     1006.6245                 1042.5554                 1055.8589             41318 
     1081.6934                 1142.8500                 1179.7914             41319 
     1227.0260                 1241.8935                 1272.1916             41320 
     1315.1522                 1354.0980                 1373.9347             41321 
     1398.6752                 1404.2001                 1418.3969             41322 
     1439.1891                 1446.0655                 1484.3280             41323 
     1492.5392                 1500.1931                 1850.2323             41324 
     3021.9459                 3053.7806                 3078.7844             41325 
     3133.3812                 3158.3337                 3174.7007             41326 
     3206.9053                 3720.8512                 3735.0655             41327 
Zero-point correction (Hartree): 0.156982 41328 
 41329 
diHPCARP_Ic.pmpmmtpmu 41330 
--------------------- 41331 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18072794  41332 
Electronic state : 2-A 41333 
Cartesian coordinates (Angs): 41334 
     O      -1.092785     -1.939365      -0.677019 41335 
     O      -0.320554     -1.831423       0.514421 41336 
     C       0.621191     -0.782500       0.357029 41337 
     C      -0.065018      0.597865       0.556204 41338 
     C      -1.016186      1.075180      -0.548433 41339 
     O      -2.373189      1.172386      -0.055240 41340 
     O      -2.909162      0.017794       0.179339 41341 
     H      -1.902877     -1.462353      -0.422186 41342 
     C       1.640206     -1.021133       1.469519 41343 
     H       2.089166     -2.006142       1.352635 41344 
     H       1.132435     -0.980422       2.432434 41345 
     H       2.410362     -0.255285       1.442453 41346 
     C       1.349210     -0.994832      -0.955525 41347 
     O       1.960674     -0.132543      -1.531550 41348 
     H       1.337230     -2.033636      -1.320060 41349 
     H      -0.652648      0.467383       1.469065 41350 
     O       0.858602      1.611544       0.906385 41351 
     O       1.413218      2.226101      -0.247396 41352 
     H       1.906168      1.504387      -0.682154 41353 
     H      -0.762290      2.090819      -0.831982 41354 
     H      -1.028390      0.431815      -1.424489 41355 
Rotational constants (GHz):    1.1192600    0.8834600    0.6556300 41356 
Vibrational harmonic frequencies (cm-1): 41357 
       28.3856                   72.2677                  105.3530             41358 
      143.1139                  168.3772                  205.3578             41359 
      209.0751                  233.3974                  247.0017             41360 
      258.6374                  303.0765                  314.2956             41361 
      326.9414                  358.4745                  395.8868             41362 
      462.3382                  546.0361                  559.6801             41363 
      576.2748                  597.5635                  649.4360             41364 
      661.6671                  863.9652                  928.5080             41365 
      934.0402                  959.3865                  964.2896             41366 
      997.9832                 1023.0698                 1056.6126             41367 
     1093.1847                 1146.3840                 1182.9321             41368 
     1205.9698                 1253.7950                 1275.7122             41369 
     1321.5114                 1340.2718                 1356.1934             41370 
     1400.7032                 1416.9720                 1420.0184             41371 
     1467.9052                 1486.0208                 1493.3042             41372 
     1498.7010                 1520.6350                 1844.5498             41373 
     3028.8512                 3077.9545                 3081.9825             41374 
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     3129.9243                 3153.7584                 3179.0426             41375 
     3199.8360                 3604.4538                 3643.5449             41376 
Zero-point correction (Hartree): 0.157136 41377 
 41378 
diHPCARP_Ic.pmppmtpmu 41379 
--------------------- 41380 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18128181  41381 
Electronic state : 2-A 41382 
Cartesian coordinates (Angs): 41383 
     O      -0.626509     -2.003865      -0.970984 41384 
     O      -0.181170     -1.842487       0.373260 41385 
     C       0.664042     -0.700754       0.431514 41386 
     C      -0.166297      0.599370       0.543536 41387 
     C      -1.143662      0.901953      -0.587560 41388 
     O      -2.321986      0.070182      -0.467208 41389 
     O      -3.049996      0.401780       0.555925 41390 
     H      -1.558384     -1.748936      -0.903061 41391 
     C       1.476753     -0.895905       1.709975 41392 
     H       2.115477     -1.773699       1.624884 41393 
     H       0.790219     -1.046862       2.542416 41394 
     H       2.082223     -0.012622       1.897235 41395 
     C       1.644444     -0.804380      -0.723345 41396 
     O       2.190139      0.122098      -1.261434 41397 
     H       1.880003     -1.844820      -1.000282 41398 
     H      -0.762486      0.484829       1.453624 41399 
     O       0.649917      1.725250       0.804075 41400 
     O       0.982041      2.390478      -0.406915 41401 
     H       1.670315      1.807628      -0.777715 41402 
     H      -1.459327      1.939092      -0.519168 41403 
     H      -0.749208      0.686183      -1.576400 41404 
Rotational constants (GHz):    1.1194700    0.8744600    0.6658800 41405 
Vibrational harmonic frequencies (cm-1): 41406 
       54.2184                   81.3831                  102.4408             41407 
      144.2041                  165.2688                  200.9320             41408 
      216.5649                  226.7120                  243.5283             41409 
      262.5339                  292.2966                  307.1278             41410 
      347.5786                  367.1134                  416.8714             41411 
      425.7265                  502.5040                  540.7106             41412 
      582.4412                  594.4916                  614.3384             41413 
      663.1436                  803.2556                  927.1600             41414 
      952.1964                  956.6027                  982.2957             41415 
      995.2321                 1045.5015                 1056.1768             41416 
     1110.3057                 1143.6947                 1188.5778             41417 
     1206.1385                 1239.4554                 1284.7103             41418 
     1322.0310                 1337.9631                 1374.3234             41419 
     1399.3490                 1411.6601                 1425.6538             41420 
     1430.8736                 1482.5522                 1490.5839             41421 
     1496.5230                 1502.9440                 1852.0736             41422 
     3018.1296                 3074.6282                 3076.5572             41423 
     3127.2758                 3150.3103                 3175.5459             41424 
     3193.5243                 3621.6276                 3769.2641             41425 
Zero-point correction (Hartree): 0.157141 41426 
 41427 
diHPCARP_Ic.pmtmppppu 41428 
--------------------- 41429 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18129774  41430 
Electronic state : 2-A 41431 
Cartesian coordinates (Angs): 41432 
     O      -1.293614      1.983630      -0.494537 41433 
     O      -1.533809      1.229739       0.686889 41434 
     C      -1.039734     -0.086267       0.540802 41435 
     C       0.506258     -0.117947       0.534775 41436 
     C       1.176471      0.833082      -0.448766 41437 
     O       2.583280      0.515031      -0.514375 41438 
     O       3.188012      0.786882       0.602828 41439 
     H      -2.026642      1.683290      -1.055580 41440 
     C      -1.548051     -0.819126       1.781046 41441 
     H      -2.635243     -0.869819       1.769578 41442 
     H      -1.230110     -0.272960       2.667893 41443 
     H      -1.133694     -1.824759       1.812846 41444 
     C      -1.665976     -0.788527      -0.657262 41445 
     O      -2.478650     -0.264490      -1.371990 41446 
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     H      -1.376772     -1.841110      -0.792823 41447 
     H       0.839693      0.141554       1.541798 41448 
     O       0.979423     -1.448041       0.382371 41449 
     O       0.956873     -1.802997      -0.994118 41450 
     H       1.892487     -1.718957      -1.227618 41451 
     H       0.817355      0.713118      -1.465831 41452 
     H       1.067001      1.864329      -0.130375 41453 
Rotational constants (GHz):    1.3546700    0.6998100    0.6250400 41454 
Vibrational harmonic frequencies (cm-1): 41455 
       37.4475                   72.5809                   90.4620             41456 
      128.7432                  164.0860                  191.5969             41457 
      213.2387                  230.2828                  258.8780             41458 
      268.6729                  295.7046                  320.4474             41459 
      334.1713                  368.5545                  377.6195             41460 
      391.9807                  453.7263                  510.3575             41461 
      533.4226                  569.8752                  676.9646             41462 
      713.4767                  831.3126                  882.6072             41463 
      931.5994                  963.5953                  981.9499             41464 
      994.0461                 1034.7563                 1054.2005             41465 
     1112.8464                 1125.7054                 1189.1736             41466 
     1235.2119                 1239.9561                 1254.9178             41467 
     1308.5774                 1343.5179                 1371.5561             41468 
     1398.3295                 1407.1427                 1414.5671             41469 
     1427.9267                 1446.0183                 1476.5809             41470 
     1492.8232                 1502.2232                 1843.4961             41471 
     3035.7281                 3076.8333                 3094.9298             41472 
     3140.7966                 3157.2590                 3167.4585             41473 
     3206.2809                 3730.3747                 3783.5527             41474 
Zero-point correction (Hartree): 0.156875 41475 
 41476 
diHPCARP_Ic.pmtpppppu 41477 
--------------------- 41478 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18482211  41479 
Electronic state : 2-A 41480 
Cartesian coordinates (Angs): 41481 
     O      -1.774804     -1.793073      -0.596849 41482 
     O      -1.978586     -0.435988      -0.966795 41483 
     C      -1.072657      0.397215      -0.269447 41484 
     C       0.395161      0.053142      -0.661110 41485 
     C       1.004643     -1.080096       0.159764 41486 
     O       2.362803     -1.312107      -0.253717 41487 
     O       3.195556     -0.484761       0.299976 41488 
     H      -2.313309     -1.844649       0.208469 41489 
     C      -1.425415      1.806513      -0.731745 41490 
     H      -2.487533      1.978254      -0.566789 41491 
     H      -1.205116      1.906857      -1.792615 41492 
     H      -0.841551      2.541952      -0.183794 41493 
     C      -1.330590      0.324070       1.230455 41494 
     O      -2.145898     -0.408090       1.723840 41495 
     H      -0.733045      1.019472       1.842315 41496 
     H       0.364526     -0.234391      -1.714335 41497 
     O       1.230453      1.188196      -0.663688 41498 
     O       1.370243      1.652340       0.673017 41499 
     H       2.216548      1.241385       0.916690 41500 
     H       1.018902     -0.858482       1.225987 41501 
     H       0.475587     -2.007616      -0.029711 41502 
Rotational constants (GHz):    1.3877000    0.7059100    0.6135600 41503 
Vibrational harmonic frequencies (cm-1): 41504 
       47.8811                   80.0052                  105.5637             41505 
      150.3838                  186.0355                  198.2652             41506 
      200.5568                  237.5044                  241.0581             41507 
      273.5403                  301.9741                  310.4714             41508 
      340.1169                  370.9208                  383.8317             41509 
      440.9618                  500.5872                  521.2464             41510 
      527.8181                  571.9659                  643.9434             41511 
      720.9222                  833.7638                  897.1444             41512 
      935.7766                  965.6943                  981.1376             41513 
     1002.6130                 1025.0930                 1052.2702             41514 
     1110.1111                 1129.8184                 1189.5844             41515 
     1222.1659                 1224.1146                 1253.5735             41516 
     1326.9300                 1336.2457                 1372.1828             41517 
     1398.9159                 1400.5797                 1416.9083             41518 



590 
 

     1437.0035                 1438.2220                 1486.0509             41519 
     1489.9439                 1497.7678                 1847.0382             41520 
     3012.1697                 3082.1020                 3097.7741             41521 
     3111.1324                 3163.0288                 3174.2282             41522 
     3195.7142                 3720.5771                 3746.4162             41523 
Zero-point correction (Hartree): 0.157033 41524 
 41525 
diHPCARP_Ic.ppmmmttmu 41526 
--------------------- 41527 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18126868  41528 
Electronic state : 2-A 41529 
Cartesian coordinates (Angs): 41530 
     O      -0.265493     -1.151835       1.785381 41531 
     O      -0.756711     -1.534275       0.510275 41532 
     C      -1.117177     -0.374372      -0.217216 41533 
     C       0.087814      0.476671      -0.649093 41534 
     C       1.225751     -0.333248      -1.267230 41535 
     O       1.924280     -1.082405      -0.252851 41536 
     O       2.822987     -0.362116       0.351477 41537 
     H       0.688486     -1.083506       1.632087 41538 
     C      -1.873113     -0.908336      -1.430834 41539 
     H      -2.740819     -1.472833      -1.094344 41540 
     H      -1.246435     -1.575512      -2.019476 41541 
     H      -2.209578     -0.075862      -2.044559 41542 
     C      -2.097707      0.479944       0.587310 41543 
     O      -2.512593      1.522175       0.171602 41544 
     H      -2.434738      0.035476       1.537849 41545 
     H      -0.264931      1.197136      -1.392421 41546 
     O       0.545086      1.181788       0.486251 41547 
     O       1.459531      2.169183       0.037222 41548 
     H       2.306232      1.745092       0.244965 41549 
     H       0.860269     -1.074636      -1.972716 41550 
     H       1.951425      0.320576      -1.743855 41551 
Rotational constants (GHz):    1.3179700    0.7961200    0.6830900 41552 
Vibrational harmonic frequencies (cm-1): 41553 
       48.0416                   79.3820                   86.0811             41554 
      131.9185                  167.2559                  191.3657             41555 
      201.8928                  208.9091                  225.4877             41556 
      243.0020                  285.8803                  301.4405             41557 
      311.1243                  343.6568                  367.9737             41558 
      384.8816                  474.1591                  511.9023             41559 
      532.7091                  547.7610                  614.9688             41560 
      728.4704                  822.3319                  888.0905             41561 
      934.8648                  954.9301                  974.0514             41562 
     1015.4615                 1041.5291                 1050.1351             41563 
     1063.0231                 1141.5379                 1181.1390             41564 
     1233.5477                 1247.5343                 1263.2359             41565 
     1320.2590                 1347.8041                 1374.4320             41566 
     1382.2044                 1398.9704                 1409.5500             41567 
     1427.7416                 1441.2597                 1477.7420             41568 
     1486.8342                 1511.7043                 1868.9752             41569 
     3011.5821                 3071.9658                 3082.1160             41570 
     3122.2954                 3157.1022                 3171.0350             41571 
     3184.7777                 3762.9620                 3780.0493             41572 
Zero-point correction (Hartree): 0.156262 41573 
 41574 
diHPCARP_Ic.ppppmpmpu 41575 
--------------------- 41576 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18103660  41577 
Electronic state : 2-A 41578 
Cartesian coordinates (Angs): 41579 
     O       2.094142     -0.699678      -1.434988 41580 
     O       0.898482     -1.363185      -1.035429 41581 
     C       0.431022     -0.805532       0.188907 41582 
     C      -0.362509      0.482010      -0.048097 41583 
     C      -1.582196      0.319021      -0.946548 41584 
     O      -2.646462     -0.391202      -0.284305 41585 
     O      -3.094635      0.268288       0.740390 41586 
     H       1.779364      0.174834      -1.713194 41587 
     C      -0.397202     -1.906348       0.839817 41588 
     H       0.256970     -2.716246       1.159379 41589 
     H      -1.109740     -2.305196       0.120677 41590 
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     H      -0.947525     -1.519544       1.696103 41591 
     C       1.650354     -0.536085       1.063626 41592 
     O       1.833684      0.483653       1.670150 41593 
     H       2.351475     -1.384676       1.126208 41594 
     H      -0.680766      0.900779       0.906041 41595 
     O       0.487516      1.418206      -0.706365 41596 
     O       0.670863      2.567883       0.099100 41597 
     H       1.271039      2.227130       0.785003 41598 
     H      -1.949821      1.304847      -1.222436 41599 
     H      -1.356518     -0.272029      -1.832434 41600 
Rotational constants (GHz):    1.1836700    0.7647700    0.6592100 41601 
Vibrational harmonic frequencies (cm-1): 41602 
       40.4650                   64.4761                   92.0727             41603 
      124.2231                  131.8990                  191.0444             41604 
      199.0472                  210.3066                  233.9815             41605 
      269.5279                  274.0128                  313.6392             41606 
      346.3796                  362.4740                  389.3773             41607 
      426.2026                  460.1930                  516.7134             41608 
      537.7273                  575.8181                  600.9198             41609 
      660.2455                  784.7053                  922.4194             41610 
      951.0777                  972.1504                  987.9975             41611 
     1025.8907                 1038.4008                 1052.2021             41612 
     1117.2529                 1137.2118                 1174.1878             41613 
     1229.0409                 1249.5894                 1265.6391             41614 
     1299.8132                 1335.5231                 1377.5227             41615 
     1401.2709                 1408.4730                 1417.2815             41616 
     1460.4076                 1478.6948                 1484.8389             41617 
     1489.3724                 1503.3474                 1855.0202             41618 
     3009.5248                 3075.4954                 3105.3650             41619 
     3121.8266                 3154.7016                 3162.7299             41620 
     3171.4400                 3700.6871                 3745.6899             41621 
Zero-point correction (Hartree): 0.156482 41622 
 41623 
diHPCARP_Ic.ppppmttpu 41624 
--------------------- 41625 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18114148  41626 
Electronic state : 2-A 41627 
Cartesian coordinates (Angs): 41628 
     O       2.300552      0.315812      -1.371464 41629 
     O       1.352078     -0.740043      -1.275288 41630 
     C       0.738785     -0.711900       0.005181 41631 
     C      -0.373052      0.334922       0.092078 41632 
     C      -1.519841      0.110152      -0.883812 41633 
     O      -2.440165     -0.881003      -0.388170 41634 
     O      -3.074425     -0.456481       0.662826 41635 
     H       1.745059      1.093988      -1.529719 41636 
     C       0.197701     -2.122870       0.213210 41637 
     H       1.029879     -2.820207       0.296893 41638 
     H      -0.413913     -2.417896      -0.637550 41639 
     H      -0.408036     -2.167421       1.116419 41640 
     C       1.801601     -0.465913       1.070967 41641 
     O       1.580709      0.109319       2.096961 41642 
     H       2.779958     -0.921480       0.842049 41643 
     H      -0.756922      0.354219       1.114158 41644 
     O       0.238791      1.583681      -0.205046 41645 
     O      -0.645989      2.619250       0.181455 41646 
     H      -0.307376      2.845010       1.059049 41647 
     H      -2.065799      1.040704      -1.019281 41648 
     H      -1.166419     -0.277541      -1.837955 41649 
Rotational constants (GHz):    1.1410800    0.7493500    0.6543100 41650 
Vibrational harmonic frequencies (cm-1): 41651 
       52.2047                   65.3234                   83.5222             41652 
      111.1447                  126.8933                  183.1090             41653 
      200.6703                  206.4547                  235.0128             41654 
      259.3841                  283.3380                  299.1436             41655 
      319.6740                  343.3569                  350.1316             41656 
      393.3733                  434.0828                  468.7903             41657 
      546.2896                  562.9373                  616.9105             41658 
      653.0187                  794.1737                  928.1298             41659 
      957.1887                  972.9069                  982.5442             41660 
     1035.9497                 1043.6479                 1056.8597             41661 
     1108.7784                 1131.4028                 1182.1339             41662 



592 
 

     1230.9130                 1252.9774                 1258.7449             41663 
     1309.4417                 1339.7979                 1388.5156             41664 
     1401.1962                 1408.3532                 1413.3190             41665 
     1426.4230                 1453.2923                 1482.7611             41666 
     1490.4174                 1503.1450                 1869.2999             41667 
     3000.4182                 3076.3640                 3099.3744             41668 
     3108.3946                 3154.8879                 3165.1089             41669 
     3173.1982                 3760.5717                 3792.7528             41670 
Zero-point correction (Hartree): 0.156164 41671 
 41672 
diHPCARP_Ic.pppppmmpu 41673 
--------------------- 41674 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18276858  41675 
Electronic state : 2-A 41676 
Cartesian coordinates (Angs): 41677 
     O      -2.010734      0.430428       1.356136 41678 
     O      -1.014727     -0.583808       1.286672 41679 
     C      -0.418531     -0.625887       0.002531 41680 
     C       0.583704      0.518980      -0.220882 41681 
     C       1.756344      0.495093       0.751113 41682 
     O       2.774197     -0.431627       0.327639 41683 
     O       3.345573     -0.045809      -0.772382 41684 
     H      -2.787517     -0.067326       1.056406 41685 
     C       0.291536     -1.982231      -0.036996 41686 
     H      -0.450911     -2.776524       0.001746 41687 
     H       0.953371     -2.078437       0.821185 41688 
     H       0.887226     -2.080604      -0.943720 41689 
     C      -1.464378     -0.687171      -1.100005 41690 
     O      -2.620006     -0.941602      -0.898041 41691 
     H      -1.069660     -0.557467      -2.122212 41692 
     H       0.971779      0.456054      -1.243963 41693 
     O       0.025615      1.796635       0.001225 41694 
     O      -1.104225      1.942442      -0.838319 41695 
     H      -1.814513      1.811854      -0.189555 41696 
     H       2.200963      1.486512       0.801798 41697 
     H       1.451664      0.159968       1.740315 41698 
Rotational constants (GHz):    1.4460400    0.6919200    0.6099600 41699 
Vibrational harmonic frequencies (cm-1): 41700 
       63.1702                   69.0680                  118.6322             41701 
      151.4372                  185.8705                  207.8603             41702 
      222.0893                  232.6219                  243.1156             41703 
      270.0668                  301.1543                  315.0494             41704 
      345.7863                  371.7640                  391.4524             41705 
      433.4996                  468.2805                  528.7262             41706 
      564.5099                  590.2311                  615.5368             41707 
      700.2313                  845.3262                  918.4596             41708 
      925.0010                  966.7015                  992.6775             41709 
     1003.1353                 1047.2097                 1066.4710             41710 
     1118.9758                 1150.3747                 1169.1365             41711 
     1209.4696                 1239.6535                 1280.2840             41712 
     1314.1957                 1332.5563                 1391.8592             41713 
     1403.2717                 1411.5291                 1423.0865             41714 
     1434.4157                 1451.6108                 1484.0712             41715 
     1494.2519                 1513.8407                 1849.4842             41716 
     2993.7890                 3050.2903                 3078.6877             41717 
     3111.2299                 3160.1199                 3165.0606             41718 
     3175.2495                 3739.6825                 3754.5149             41719 
Zero-point correction (Hartree): 0.157321 41720 
 41721 
diHPCARP_Ic.pppppmpmu 41722 
--------------------- 41723 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18313675  41724 
Electronic state : 2-A 41725 
Cartesian coordinates (Angs): 41726 
     O      -2.039449      0.842354       1.008330 41727 
     O      -1.140904     -0.227701       1.264615 41728 
     C      -0.510592     -0.675974       0.074714 41729 
     C       0.540195      0.287895      -0.508940 41730 
     C       1.659318      0.661367       0.455129 41731 
     O       2.633504     -0.401672       0.545426 41732 
     O       3.232034     -0.607918      -0.586975 41733 
     H      -2.794571      0.373772       0.614489 41734 
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     C       0.127758     -2.003043       0.491086 41735 
     H      -0.651813     -2.708058       0.772180 41736 
     H       0.780245     -1.841160       1.346488 41737 
     H       0.723408     -2.417135      -0.321386 41738 
     C      -1.533166     -0.998705      -1.001512 41739 
     O      -2.718858     -1.004920      -0.816090 41740 
     H      -1.105834     -1.276914      -1.981549 41741 
     H       1.000950     -0.216311      -1.363313 41742 
     O      -0.039041      1.443300      -1.082115 41743 
     O      -0.188478      2.445356      -0.086535 41744 
     H      -1.031465      2.187508       0.327715 41745 
     H       2.160933      1.556208       0.096066 41746 
     H       1.306605      0.802475       1.473198 41747 
Rotational constants (GHz):    1.3396600    0.7381200    0.6049100 41748 
Vibrational harmonic frequencies (cm-1): 41749 
       43.7872                   66.9273                  108.8236             41750 
      149.9945                  155.8229                  200.2668             41751 
      216.0354                  244.1306                  267.5632             41752 
      273.7872                  295.5633                  318.5516             41753 
      323.3441                  349.6392                  385.5740             41754 
      464.6633                  506.3596                  535.7135             41755 
      576.1716                  616.3374                  662.0456             41756 
      730.3167                  841.0071                  901.6570             41757 
      927.6828                  951.3007                  979.0980             41758 
      994.7796                 1036.2250                 1053.6175             41759 
     1113.2244                 1151.3610                 1166.6757             41760 
     1210.3916                 1238.3259                 1279.8816             41761 
     1310.9817                 1336.6085                 1386.1304             41762 
     1404.7337                 1411.0516                 1425.8070             41763 
     1439.7974                 1474.0971                 1480.4767             41764 
     1486.9830                 1508.4736                 1857.0360             41765 
     2980.6072                 3076.6804                 3080.2562             41766 
     3122.0016                 3159.6875                 3165.5209             41767 
     3188.4321                 3639.1895                 3707.1935             41768 
Zero-point correction (Hartree): 0.157144 41769 
 41770 
diHPCARP_Ic.ppptpmpmu 41771 
--------------------- 41772 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18143252  41773 
Electronic state : 2-A 41774 
Cartesian coordinates (Angs): 41775 
     O      -1.889899      0.649371       1.295164 41776 
     O      -0.903026     -0.372022       1.276972 41777 
     C      -0.488501     -0.674371      -0.045350 41778 
     C       0.382813      0.407552      -0.715115 41779 
     C       1.667642      0.718299       0.041385 41780 
     O       2.675320     -0.210858      -0.421098 41781 
     O       3.377341     -0.714470       0.545867 41782 
     H      -2.680649      0.164389       1.005306 41783 
     C       0.295396     -1.978158       0.121015 41784 
     H      -0.372977     -2.760313       0.474826 41785 
     H       1.086489     -1.835410       0.855258 41786 
     H       0.749729     -2.280970      -0.821246 41787 
     C      -1.677633     -0.981073      -0.938635 41788 
     O      -2.805229     -1.082557      -0.540972 41789 
     H      -1.429374     -1.152414      -2.001786 41790 
     H       0.664159      0.018360      -1.699084 41791 
     O      -0.338713      1.582856      -1.021386 41792 
     O      -0.317630      2.454145       0.099488 41793 
     H      -1.061499      2.112326       0.627401 41794 
     H       2.003858      1.721157      -0.211262 41795 
     H       1.576658      0.607668       1.118502 41796 
Rotational constants (GHz):    1.3268300    0.7232300    0.5881800 41797 
Vibrational harmonic frequencies (cm-1): 41798 
       36.6774                   51.4438                  100.3146             41799 
      124.1564                  166.8015                  184.6666             41800 
      217.0919                  247.8261                  265.4561             41801 
      283.8378                  306.1754                  313.9777             41802 
      326.1596                  349.9284                  383.9733             41803 
      435.1228                  507.6303                  538.0655             41804 
      563.9146                  618.4239                  668.1158             41805 
      747.1490                  844.8888                  903.5198             41806 
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      926.9967                  965.5352                  980.3480             41807 
      990.2863                 1026.0526                 1054.1550             41808 
     1115.9193                 1153.5495                 1167.6193             41809 
     1211.5956                 1225.9273                 1293.9656             41810 
     1315.3479                 1331.1106                 1381.1811             41811 
     1404.0784                 1408.8183                 1425.0440             41812 
     1441.6193                 1474.3042                 1481.1588             41813 
     1491.9416                 1507.8826                 1858.0644             41814 
     2976.4026                 3061.6640                 3077.7845             41815 
     3116.4099                 3159.7264                 3163.1601             41816 
     3183.7458                 3644.7609                 3717.5810             41817 
Zero-point correction (Hartree): 0.157009 41818 
 41819 
diHPCARP_Ic.pptmpmpmu 41820 
--------------------- 41821 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18087131  41822 
Electronic state : 2-A 41823 
Cartesian coordinates (Angs): 41824 
     O       1.673600     -1.213934       1.103394 41825 
     O       1.315393      0.150043       1.277059 41826 
     C       0.817671      0.698513       0.067504 41827 
     C      -0.554113      0.150669      -0.371483 41828 
     C      -1.563766      0.136802       0.756483 41829 
     O      -2.878787     -0.137226       0.238317 41830 
     O      -3.307773      0.844614      -0.492594 41831 
     H       2.543424     -1.128830       0.678456 41832 
     C       0.762824      2.201530       0.345076 41833 
     H       1.767423      2.573725       0.535582 41834 
     H       0.152723      2.398842       1.223555 41835 
     H       0.336313      2.731294      -0.505351 41836 
     C       1.804028      0.498223      -1.073770 41837 
     O       2.910907      0.060998      -0.923338 41838 
     H       1.444513      0.827064      -2.064646 41839 
     H      -0.931095      0.821401      -1.148801 41840 
     O      -0.448543     -1.091526      -1.050431 41841 
     O      -0.549156     -2.187544      -0.158849 41842 
     H       0.326144     -2.189916       0.265906 41843 
     H      -1.363574     -0.654495       1.470338 41844 
     H      -1.600864      1.103088       1.253639 41845 
Rotational constants (GHz):    1.4626700    0.6775800    0.5905800 41846 
Vibrational harmonic frequencies (cm-1): 41847 
       18.6873                   43.9704                  104.9867             41848 
      125.8431                  134.0586                  171.7314             41849 
      209.2809                  234.6758                  258.8802             41850 
      269.5663                  275.8000                  319.9568             41851 
      336.9789                  351.8811                  385.5798             41852 
      449.8124                  483.9050                  522.6036             41853 
      563.1812                  629.9724                  666.9548             41854 
      744.6829                  854.5776                  868.9870             41855 
      925.7729                  945.9579                  978.7406             41856 
      982.9345                 1008.1201                 1052.0838             41857 
     1138.2003                 1147.1248                 1175.5222             41858 
     1206.4810                 1253.2624                 1272.1608             41859 
     1319.6032                 1330.8986                 1389.8100             41860 
     1404.2862                 1416.1624                 1423.5938             41861 
     1437.6202                 1470.3043                 1481.1561             41862 
     1486.9569                 1509.9117                 1859.0784             41863 
     2989.8193                 3076.9939                 3082.4430             41864 
     3128.8613                 3160.9927                 3166.7054             41865 
     3201.9227                 3672.9544                 3715.8868             41866 
Zero-point correction (Hartree): 0.156827 41867 
 41868 
diHPCARP_Ic.pptmpmtmu 41869 
--------------------- 41870 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18169000  41871 
Electronic state : 2-A 41872 
Cartesian coordinates (Angs): 41873 
     O      -1.369768     -0.176005       1.852874 41874 
     O      -1.446560     -1.102928       0.780497 41875 
     C      -1.000736     -0.474377      -0.402189 41876 
     C       0.438980      0.054840      -0.293930 41877 
     C       1.276423     -0.817390       0.621064 41878 
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     O       2.650937     -0.378879       0.580541 41879 
     O       3.215134     -0.685860      -0.548782 41880 
     H      -2.197157      0.317529       1.736745 41881 
     C      -1.112618     -1.550206      -1.477663 41882 
     H      -2.113158     -1.977571      -1.460090 41883 
     H      -0.388590     -2.342808      -1.296645 41884 
     H      -0.921655     -1.122217      -2.460565 41885 
     C      -1.920903      0.681825      -0.779902 41886 
     O      -2.913586      0.952786      -0.166453 41887 
     H      -1.626549      1.239818      -1.686227 41888 
     H       0.886162      0.077470      -1.289795 41889 
     O       0.393163      1.393043       0.187221 41890 
     O       1.457965      2.118480      -0.408298 41891 
     H       2.163124      2.032772       0.247867 41892 
     H       0.963971     -0.692878       1.654102 41893 
     H       1.248700     -1.865365       0.329529 41894 
Rotational constants (GHz):    1.4332600    0.6588100    0.6010600 41895 
Vibrational harmonic frequencies (cm-1): 41896 
       58.2555                   71.3090                   95.0546             41897 
      115.4490                  119.7912                  163.7997             41898 
      203.7039                  206.8606                  223.8625             41899 
      242.2484                  283.4460                  317.0496             41900 
      330.7835                  339.7480                  378.1979             41901 
      406.2847                  436.2569                  486.9358             41902 
      495.4527                  560.4644                  590.9438             41903 
      753.6297                  868.8365                  897.6802             41904 
      931.9520                  965.4295                  982.1603             41905 
      993.8431                 1033.7435                 1060.0455             41906 
     1121.5097                 1132.5317                 1184.8429             41907 
     1217.3453                 1248.5125                 1281.5551             41908 
     1310.9560                 1323.9612                 1383.5699             41909 
     1403.9980                 1412.3635                 1418.2167             41910 
     1421.3127                 1431.0017                 1474.7397             41911 
     1490.2643                 1503.9230                 1865.1631             41912 
     2986.6439                 3076.5412                 3092.7513             41913 
     3116.4490                 3155.7004                 3162.4151             41914 
     3191.1184                 3745.5800                 3795.7831             41915 
Zero-point correction (Hartree): 0.156196 41916 
 41917 
diHPCARP_Ic.pptpmtppu 41918 
--------------------- 41919 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18409519  41920 
Electronic state : 2-A 41921 
Cartesian coordinates (Angs): 41922 
     O       1.493956      1.842508      -0.745582 41923 
     O       1.236532      0.569539      -1.321396 41924 
     C       1.107384     -0.397904      -0.295005 41925 
     C      -0.287507     -0.446379       0.354094 41926 
     C      -1.361557     -0.891858      -0.625785 41927 
     O      -2.628474     -1.038365       0.045038 41928 
     O      -3.252282      0.088645       0.194076 41929 
     H       0.595079      2.180344      -0.594408 41930 
     C       1.456258     -1.723616      -0.973369 41931 
     H       2.520605     -1.747735      -1.202526 41932 
     H       0.912802     -1.819243      -1.912144 41933 
     H       1.216556     -2.561011      -0.319409 41934 
     C       2.178681     -0.171043       0.769154 41935 
     O       2.076473     -0.578619       1.889148 41936 
     H       3.088052      0.326529       0.394235 41937 
     H      -0.224245     -1.159394       1.179458 41938 
     O      -0.650393      0.747012       1.028148 41939 
     O      -1.031966      1.749618       0.098047 41940 
     H      -1.990579      1.599630       0.035180 41941 
     H      -1.483039     -0.190949      -1.448875 41942 
     H      -1.145562     -1.886072      -1.005861 41943 
Rotational constants (GHz):    1.3937600    0.6958600    0.6356700 41944 
Vibrational harmonic frequencies (cm-1): 41945 
       59.2665                   88.5411                  102.6416             41946 
      156.6883                  167.6501                  196.4291             41947 
      224.4431                  243.9561                  269.7572             41948 
      284.5362                  307.4175                  311.1467             41949 
      319.6730                  353.8095                  397.5028             41950 
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      486.7149                  537.5448                  547.1944             41951 
      578.4725                  614.2961                  620.5827             41952 
      678.4379                  833.4080                  912.5062             41953 
      938.3755                  962.1578                  975.6766             41954 
      990.8692                 1008.3962                 1060.3230             41955 
     1124.9886                 1132.2686                 1171.2641             41956 
     1223.0867                 1250.8197                 1262.8477             41957 
     1307.9265                 1340.1974                 1392.7170             41958 
     1397.5835                 1402.8625                 1409.5995             41959 
     1435.3762                 1464.2232                 1485.7210             41960 
     1489.2388                 1513.8277                 1869.9366             41961 
     3007.9964                 3070.8027                 3097.6371             41962 
     3120.0410                 3148.3809                 3156.8776             41963 
     3185.6901                 3683.6479                 3703.5272             41964 
Zero-point correction (Hartree): 0.157370 41965 
 41966 
diHPCARP_Ic.pptppmppu 41967 
--------------------- 41968 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18512530  41969 
Electronic state : 2-A 41970 
Cartesian coordinates (Angs): 41971 
     O       1.331997      1.922732       0.576284 41972 
     O       1.670348      1.165693      -0.579562 41973 
     C       1.097358     -0.124110      -0.505239 41974 
     C      -0.438545     -0.087908      -0.708475 41975 
     C      -1.170455      1.035494       0.014036 41976 
     O      -2.564923      0.989879      -0.358072 41977 
     O      -3.236506      0.123554       0.335890 41978 
     H       1.960355      1.560384       1.222407 41979 
     C       1.726225     -0.887405      -1.670423 41980 
     H       2.794558     -1.018337      -1.508253 41981 
     H       1.576076     -0.319114      -2.587152 41982 
     H       1.249217     -1.861051      -1.770022 41983 
     C       1.543905     -0.859567       0.754889 41984 
     O       2.284481     -0.370545       1.566102 41985 
     H       1.216060     -1.905234       0.832602 41986 
     H      -0.616762      0.039177      -1.779615 41987 
     O      -1.011337     -1.356040      -0.449005 41988 
     O      -1.078665     -1.561958       0.954734 41989 
     H      -1.975314     -1.234345       1.141563 41990 
     H      -1.102616      0.971055       1.095485 41991 
     H      -0.815649      2.001927      -0.326709 41992 
Rotational constants (GHz):    1.4155900    0.6960400    0.6302600 41993 
Vibrational harmonic frequencies (cm-1): 41994 
       46.8697                   84.2424                  122.5990             41995 
      172.2234                  197.9511                  215.3495             41996 
      239.4970                  247.4899                  263.2963             41997 
      280.5975                  302.1367                  312.9493             41998 
      348.7309                  361.3533                  395.5218             41999 
      461.8049                  530.7897                  551.4509             42000 
      572.2565                  583.7983                  657.8086             42001 
      708.5390                  834.4225                  885.8763             42002 
      932.7821                  968.0744                  985.8411             42003 
     1003.4173                 1029.5379                 1053.6525             42004 
     1106.4456                 1133.1316                 1182.4987             42005 
     1228.5264                 1250.0840                 1255.9227             42006 
     1315.8927                 1347.9905                 1376.8724             42007 
     1398.6987                 1405.1603                 1428.4281             42008 
     1449.0536                 1452.5201                 1475.5781             42009 
     1491.8530                 1503.4863                 1841.7716             42010 
     3050.4140                 3074.3350                 3078.7607             42011 
     3141.0027                 3156.3804                 3162.6695             42012 
     3209.4169                 3715.8697                 3719.3704             42013 
Zero-point correction (Hartree): 0.157884 42014 
 42015 
diHPCARP_Ic.pptppmtmu 42016 
--------------------- 42017 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18163734  42018 
Electronic state : 2-A 42019 
Cartesian coordinates (Angs): 42020 
     O      -1.115420     -0.398269       1.879173 42021 
     O      -1.442706     -1.142435       0.715712 42022 
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     C      -1.103324     -0.384860      -0.425356 42023 
     C       0.386920      0.008925      -0.464267 42024 
     C       1.235397     -1.059789       0.205817 42025 
     O       2.613655     -0.984257      -0.216335 42026 
     O       3.266940     -0.044373       0.391779 42027 
     H      -1.890968      0.179538       1.959672 42028 
     C      -1.473065     -1.277802      -1.604378 42029 
     H      -2.499216     -1.621819      -1.491264 42030 
     H      -0.816260     -2.145564      -1.643442 42031 
     H      -1.379985     -0.727155      -2.539262 42032 
     C      -1.944848      0.885971      -0.499372 42033 
     O      -2.806486      1.142978       0.292079 42034 
     H      -1.729143      1.543871      -1.359409 42035 
     H       0.691687      0.129688      -1.506406 42036 
     O       0.514832      1.273617       0.169130 42037 
     O       1.542401      2.008138      -0.475179 42038 
     H       2.317164      1.772964       0.057344 42039 
     H       1.197026     -0.952173       1.286811 42040 
     H       0.917488     -2.057197      -0.089589 42041 
Rotational constants (GHz):    1.4590300    0.6611200    0.5982600 42042 
Vibrational harmonic frequencies (cm-1): 42043 
       44.7267                   70.8234                   91.6855             42044 
      118.1413                  148.9765                  176.2787             42045 
      200.3812                  208.5161                  226.1554             42046 
      243.1756                  301.6826                  321.8398             42047 
      332.2112                  368.0312                  409.2838             42048 
      431.0476                  439.2200                  479.4118             42049 
      489.5513                  546.0694                  590.6849             42050 
      741.9545                  860.0232                  917.1267             42051 
      932.2537                  966.2692                  974.1690             42052 
      996.0775                 1042.9956                 1061.8503             42053 
     1109.2947                 1128.8522                 1181.6373             42054 
     1216.5748                 1258.7565                 1278.3824             42055 
     1305.5700                 1335.6340                 1380.2785             42056 
     1403.6836                 1411.6405                 1417.8694             42057 
     1433.3504                 1434.4642                 1467.3733             42058 
     1490.4850                 1504.1586                 1865.4478             42059 
     2989.0090                 3074.9798                 3082.3994             42060 
     3119.7088                 3152.9590                 3161.8092             42061 
     3186.8603                 3743.4699                 3760.1520             42062 
Zero-point correction (Hartree): 0.156340 42063 
 42064 
diHPCARP_Ic.ptmmmtmpu 42065 
--------------------- 42066 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17988999  42067 
Electronic state : 2-A 42068 
Cartesian coordinates (Angs): 42069 
     O       2.562132     -0.778215      -0.352159 42070 
     O       1.759900     -0.529202       0.794616 42071 
     C       0.744748      0.401787       0.431148 42072 
     C      -0.226343     -0.236290      -0.581678 42073 
     C      -1.482391      0.565132      -0.891962 42074 
     O      -2.359324      0.655562       0.247600 42075 
     O      -3.320485     -0.218174       0.200696 42076 
     H       2.108442     -1.542318      -0.743793 42077 
     C       0.108147      0.790808       1.758362 42078 
     H       0.891263      1.083956       2.455992 42079 
     H      -0.439633     -0.056231       2.167507 42080 
     H      -0.583147      1.619049       1.624212 42081 
     C       1.456557      1.617392      -0.151232 42082 
     O       1.022907      2.301358      -1.034096 42083 
     H       2.422846      1.831669       0.340182 42084 
     H       0.293617     -0.359473      -1.535679 42085 
     O      -0.685822     -1.500116      -0.135934 42086 
     O       0.313010     -2.480928      -0.390279 42087 
     H       0.619656     -2.672148       0.507061 42088 
     H      -1.214473      1.583234      -1.160916 42089 
     H      -2.041419      0.077014      -1.685944 42090 
Rotational constants (GHz):    1.2224500    0.8014800    0.6098200 42091 
Vibrational harmonic frequencies (cm-1): 42092 
       47.8187                   57.6060                   77.3148             42093 
      105.7245                  156.0805                  184.0430             42094 
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      197.4388                  211.7950                  247.3891             42095 
      247.9442                  280.8858                  295.4179             42096 
      315.5049                  342.5907                  383.0576             42097 
      410.1482                  511.9853                  533.8268             42098 
      544.5729                  592.4397                  651.3799             42099 
      680.9772                  786.3495                  893.3820             42100 
      929.5110                  958.1661                  972.9290             42101 
     1020.5320                 1047.9119                 1057.0221             42102 
     1078.6272                 1145.8553                 1180.8316             42103 
     1237.5942                 1241.5681                 1277.3216             42104 
     1332.4094                 1348.3903                 1380.7639             42105 
     1393.0935                 1404.2290                 1416.0242             42106 
     1416.9232                 1438.5709                 1473.9911             42107 
     1490.1610                 1500.2588                 1867.7295             42108 
     2981.8535                 3076.8363                 3079.7243             42109 
     3118.7391                 3157.8490                 3171.8739             42110 
     3187.6295                 3713.4716                 3796.2824             42111 
Zero-point correction (Hartree): 0.156397 42112 
 42113 
diHPCARP_Ic.ptmmmtppu 42114 
--------------------- 42115 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17991917  42116 
Electronic state : 2-A 42117 
Cartesian coordinates (Angs): 42118 
     O       2.238557     -1.451942      -0.545165 42119 
     O       1.588821     -1.072818       0.660929 42120 
     C       0.899041      0.137643       0.423063 42121 
     C      -0.110649     -0.024711      -0.737729 42122 
     C      -1.218077      1.014906      -0.814038 42123 
     O      -2.149992      0.993154       0.289947 42124 
     O      -3.131911      0.171657       0.089412 42125 
     H       1.585334     -2.060727      -0.922022 42126 
     C       0.329678      0.523946       1.784180 42127 
     H       1.148156      0.595475       2.500214 42128 
     H      -0.374017     -0.232889       2.117943 42129 
     H      -0.173949      1.486808       1.729161 42130 
     C       1.930044      1.198718       0.050708 42131 
     O       1.721795      2.096912      -0.715389 42132 
     H       2.892315      1.085222       0.582205 42133 
     H       0.449210      0.120774      -1.665703 42134 
     O      -0.566853     -1.355227      -0.879819 42135 
     O      -1.177152     -1.797068       0.325492 42136 
     H      -2.115488     -1.649268       0.136581 42137 
     H      -0.776586      2.009629      -0.798659 42138 
     H      -1.801318      0.864613      -1.720076 42139 
Rotational constants (GHz):    1.3290200    0.7989800    0.6402000 42140 
Vibrational harmonic frequencies (cm-1): 42141 
       67.7756                   78.8145                   97.0753             42142 
      124.5616                  162.8922                  181.3222             42143 
      196.3211                  216.5950                  237.5716             42144 
      257.6550                  259.6105                  307.1002             42145 
      328.2730                  363.6210                  410.3922             42146 
      452.2549                  469.9216                  502.8990             42147 
      537.0379                  542.0188                  673.4328             42148 
      680.3711                  811.1481                  903.9469             42149 
      931.7354                  956.2225                  970.1638             42150 
      996.3201                 1032.8511                 1052.9609             42151 
     1078.3611                 1155.4592                 1193.5068             42152 
     1233.0115                 1252.6556                 1285.3318             42153 
     1339.7424                 1359.1220                 1389.7067             42154 
     1393.1236                 1399.6933                 1412.0380             42155 
     1425.0297                 1432.6176                 1473.9992             42156 
     1488.3430                 1504.1730                 1862.7228             42157 
     2986.4909                 3080.4600                 3083.0526             42158 
     3107.4378                 3155.5650                 3173.1580             42159 
     3184.2692                 3765.0634                 3768.8302             42160 
Zero-point correction (Hartree): 0.156706 42161 
 42162 
diHPCARP_Ic.ptmmmttmu 42163 
--------------------- 42164 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18419716  42165 
Electronic state : 2-A 42166 
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Cartesian coordinates (Angs): 42167 
     O      -2.023862      1.796351      -0.114295 42168 
     O      -1.654129      0.928834       0.946231 42169 
     C      -1.014558     -0.208165       0.393058 42170 
     C       0.165096      0.202039      -0.506952 42171 
     C       1.156321     -0.913783      -0.824113 42172 
     O       1.958546     -1.272232       0.317276 42173 
     O       2.925487     -0.430232       0.521012 42174 
     H      -1.272214      2.408350      -0.123772 42175 
     C      -0.643144     -1.040719       1.614440 42176 
     H      -1.534433     -1.198791       2.220348 42177 
     H       0.099582     -0.509544       2.206096 42178 
     H      -0.240685     -2.006660       1.317188 42179 
     C      -2.050048     -0.975894      -0.421356 42180 
     O      -1.797357     -1.611928      -1.404951 42181 
     H      -3.071113     -0.913901      -0.002510 42182 
     H      -0.233111      0.535173      -1.469025 42183 
     O       0.780527      1.294236       0.146834 42184 
     O       1.754736      1.837488      -0.728963 42185 
     H       2.554304      1.383729      -0.415158 42186 
     H       0.628254     -1.817826      -1.115461 42187 
     H       1.835828     -0.601534      -1.613316 42188 
Rotational constants (GHz):    1.2779100    0.7758200    0.6340700 42189 
Vibrational harmonic frequencies (cm-1): 42190 
       65.9431                   83.8956                   93.3061             42191 
      134.4628                  160.0911                  187.2181             42192 
      190.5594                  233.9632                  252.3728             42193 
      261.0523                  285.7058                  302.8513             42194 
      310.6086                  330.1097                  418.3748             42195 
      458.9381                  504.9023                  523.1119             42196 
      531.8283                  545.2707                  659.5109             42197 
      715.1100                  794.1977                  892.4814             42198 
      928.9804                  958.8141                  986.1045             42199 
     1001.6891                 1051.4509                 1055.6840             42200 
     1075.1795                 1162.3234                 1189.5382             42201 
     1241.2830                 1245.9472                 1281.7713             42202 
     1327.6091                 1360.7984                 1384.6882             42203 
     1391.9170                 1401.3835                 1413.6263             42204 
     1422.7860                 1449.3700                 1487.2856             42205 
     1488.1134                 1503.0230                 1865.2577             42206 
     2981.0122                 3075.9465                 3078.5410             42207 
     3120.6637                 3156.9709                 3169.5711             42208 
     3185.4038                 3726.1029                 3762.7883             42209 
Zero-point correction (Hartree): 0.156892 42210 
 42211 
diHPCARP_Ic.ptmtmtmpu 42212 
--------------------- 42213 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18026004  42214 
Electronic state : 2-A 42215 
Cartesian coordinates (Angs): 42216 
     O       2.712060     -0.062366      -0.397250 42217 
     O       1.898658     -0.053803       0.768491 42218 
     C       0.637894      0.514832       0.425836 42219 
     C      -0.113659     -0.413638      -0.548829 42220 
     C      -1.556124     -0.051067      -0.845704 42221 
     O      -2.358303     -0.243795       0.338166 42222 
     O      -3.609357     -0.010993       0.087519 42223 
     H       2.512462     -0.937137      -0.767867 42224 
     C      -0.050310      0.722411       1.767644 42225 
     H       0.626614      1.253912       2.434879 42226 
     H      -0.305483     -0.240781       2.205421 42227 
     H      -0.962438      1.301012       1.645040 42228 
     C       0.927271      1.875658      -0.197394 42229 
     O       0.288732      2.366028      -1.084114 42230 
     H       1.786377      2.392615       0.267162 42231 
     H       0.401856     -0.394002      -1.512566 42232 
     O      -0.150871     -1.749102      -0.071449 42233 
     O       1.092408     -2.382506      -0.347901 42234 
     H       1.473481     -2.441824       0.539327 42235 
     H      -1.639565      0.986539      -1.158181 42236 
     H      -1.950365     -0.717209      -1.610232 42237 
Rotational constants (GHz):    1.2339100    0.7593900    0.5879000 42238 
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Vibrational harmonic frequencies (cm-1): 42239 
       42.8373                   50.6661                   90.4461             42240 
      120.6306                  146.0815                  187.9251             42241 
      195.9600                  207.3509                  241.9537             42242 
      255.7091                  272.6781                  302.0868             42243 
      319.2207                  351.2954                  380.5053             42244 
      407.4530                  421.7456                  519.8677             42245 
      553.4798                  586.5583                  659.9627             42246 
      715.3770                  772.7095                  915.7620             42247 
      929.5732                  956.5417                  967.7028             42248 
     1031.3353                 1047.1652                 1051.3905             42249 
     1108.9980                 1143.8983                 1177.5736             42250 
     1238.4939                 1247.1303                 1294.9785             42251 
     1296.6226                 1358.7973                 1381.7654             42252 
     1399.1693                 1406.0799                 1417.0604             42253 
     1418.7906                 1436.2329                 1488.0708             42254 
     1490.8095                 1498.7627                 1869.3193             42255 
     2983.4520                 3078.3387                 3080.3175             42256 
     3111.9808                 3158.6615                 3172.7390             42257 
     3179.9425                 3727.9453                 3795.6516             42258 
Zero-point correction (Hartree): 0.156427 42259 
 42260 
diHPCARP_Ic.ptppmtmmu 42261 
--------------------- 42262 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18175398  42263 
Electronic state : 2-A 42264 
Cartesian coordinates (Angs): 42265 
     O      -1.619557      1.527401      -1.137300 42266 
     O      -1.800606      1.065803       0.195281 42267 
     C      -1.142448     -0.179880       0.320439 42268 
     C       0.367447     -0.003683       0.070138 42269 
     C       1.205300     -1.182032       0.496920 42270 
     O       2.513253     -1.188083      -0.139934 42271 
     O       2.905165     -0.040552      -0.592779 42272 
     H      -0.857404      2.120127      -1.028589 42273 
     C      -1.462561     -0.634822       1.738198 42274 
     H      -2.541081     -0.652812       1.886185 42275 
     H      -1.022409      0.066122       2.445865 42276 
     H      -1.067832     -1.634206       1.915720 42277 
     C      -1.770635     -1.144773      -0.676636 42278 
     O      -1.208476     -2.100453      -1.132670 42279 
     H      -2.818371     -0.900807      -0.927755 42280 
     H       0.530903      0.178055      -0.991004 42281 
     O       0.831557      1.117272       0.813145 42282 
     O       0.954536      2.229914      -0.051263 42283 
     H       1.845206      2.087998      -0.408822 42284 
     H       1.386942     -1.156752       1.572163 42285 
     H       0.754453     -2.126994       0.206050 42286 
Rotational constants (GHz):    1.1816700    0.8107800    0.6273300 42287 
Vibrational harmonic frequencies (cm-1): 42288 
       46.9936                   58.8695                   78.3151             42289 
      104.0707                  110.4200                  177.7977             42290 
      191.4892                  213.3037                  232.8090             42291 
      269.2518                  279.8764                  300.2651             42292 
      319.1483                  352.1893                  379.8066             42293 
      445.8946                  479.3547                  524.9176             42294 
      538.0567                  576.7632                  640.4307             42295 
      681.1772                  853.6486                  898.7606             42296 
      933.2639                  938.3526                  968.2599             42297 
     1012.6820                 1053.0555                 1061.9352             42298 
     1122.2356                 1138.6506                 1175.8543             42299 
     1240.2048                 1261.0068                 1270.4617             42300 
     1278.0708                 1339.9459                 1376.4013             42301 
     1400.0434                 1410.0039                 1420.5109             42302 
     1436.3439                 1461.3984                 1482.5253             42303 
     1491.7580                 1506.0854                 1864.0279             42304 
     2989.7743                 3073.0456                 3091.0243             42305 
     3123.3455                 3154.6611                 3157.3818             42306 
     3175.1970                 3716.8325                 3748.6769             42307 
Zero-point correction (Hartree): 0.156343 42308 
 42309 
diHPCARP_Ic.pttmmtmmu 42310 
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--------------------- 42311 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18248302  42312 
Electronic state : 2-A 42313 
Cartesian coordinates (Angs): 42314 
     O      -1.940700      0.981180      -1.315179 42315 
     O      -2.003853      0.656729       0.066876 42316 
     C      -1.045525     -0.352317       0.323443 42317 
     C       0.381789      0.181311       0.082360 42318 
     C       1.463098     -0.714045       0.650533 42319 
     O       2.761946     -0.235597       0.243806 42320 
     O       2.929468     -0.343442      -1.038478 42321 
     H      -1.377340      1.770694      -1.287892 42322 
     C      -1.291307     -0.741219       1.776075 42323 
     H      -2.341728     -0.991202       1.914877 42324 
     H      -1.041067      0.098993       2.422053 42325 
     H      -0.687467     -1.606489       2.044536 42326 
     C      -1.370398     -1.542124      -0.571879 42327 
     O      -0.584549     -2.398273      -0.864605 42328 
     H      -2.423353     -1.568328      -0.904208 42329 
     H       0.559887      0.300506      -0.986915 42330 
     O       0.554955      1.432974       0.733898 42331 
     O       0.119620      2.473961      -0.127734 42332 
     H       0.961318      2.867315      -0.392895 42333 
     H       1.487863     -0.665209       1.737478 42334 
     H       1.340860     -1.736165       0.301103 42335 
Rotational constants (GHz):    1.1297400    0.7987800    0.6238400 42336 
Vibrational harmonic frequencies (cm-1): 42337 
       45.4410                   54.6928                   88.2126             42338 
      108.0780                  139.2414                  185.1133             42339 
      214.9167                  218.7978                  235.7189             42340 
      258.9801                  272.6636                  296.4368             42341 
      302.7221                  321.2825                  364.9682             42342 
      383.5184                  499.4162                  517.6865             42343 
      518.9689                  577.1186                  602.3833             42344 
      676.9713                  827.6769                  891.1913             42345 
      933.6986                  966.9614                  980.5769             42346 
     1005.2360                 1048.9500                 1054.9404             42347 
     1121.8678                 1148.3621                 1187.8577             42348 
     1240.4801                 1250.9363                 1259.9999             42349 
     1315.3548                 1322.9146                 1385.1472             42350 
     1396.9007                 1406.6281                 1411.5838             42351 
     1415.0224                 1450.7470                 1481.8429             42352 
     1493.2518                 1505.0800                 1865.7886             42353 
     2988.1203                 3074.7378                 3108.1469             42354 
     3115.8321                 3156.3824                 3159.2942             42355 
     3182.7163                 3748.0607                 3809.7433             42356 
Zero-point correction (Hartree): 0.156272 42357 
 42358 
diHPCARP_Ic.pttmmtmpu 42359 
--------------------- 42360 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18239302  42361 
Electronic state : 2-A 42362 
Cartesian coordinates (Angs): 42363 
     O       1.981017     -0.675278      -1.435325 42364 
     O       2.030211     -0.476687      -0.029073 42365 
     C       0.976720      0.410688       0.325340 42366 
     C      -0.388394     -0.258430       0.065047 42367 
     C      -1.550345      0.498021       0.676439 42368 
     O      -2.799210     -0.036751       0.198124 42369 
     O      -2.962443      0.206965      -1.065915 42370 
     H       1.390077     -1.443851      -1.503744 42371 
     C       1.209623      0.712489       1.799987 42372 
     H       2.230749      1.059449       1.948727 42373 
     H       1.051633     -0.189104       2.389865 42374 
     H       0.524486      1.489872       2.134172 42375 
     C       1.171195      1.693502      -0.477034 42376 
     O       0.316250      2.514230      -0.649760 42377 
     H       2.200534      1.824229      -0.854622 42378 
     H      -0.567730     -0.351506      -1.007554 42379 
     O      -0.438173     -1.543727       0.666145 42380 
     O       0.213286     -2.484908      -0.177488 42381 
     H       1.018552     -2.664056       0.327722 42382 
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     H      -1.586765      0.353983       1.754854 42383 
     H      -1.501842      1.552611       0.418255 42384 
Rotational constants (GHz):    1.1216200    0.8009500    0.6238900 42385 
Vibrational harmonic frequencies (cm-1): 42386 
       44.1785                   59.8934                   90.0614             42387 
      116.7802                  153.6053                  189.7401             42388 
      206.2294                  225.2149                  236.7295             42389 
      260.5977                  271.7511                  296.8546             42390 
      305.8395                  351.1698                  378.2105             42391 
      403.5155                  504.8674                  521.6552             42392 
      566.7325                  597.0448                  613.6305             42393 
      680.0283                  822.4634                  894.9251             42394 
      933.1131                  966.2991                  986.4311             42395 
     1002.9295                 1047.4832                 1048.9723             42396 
     1121.3028                 1152.6128                 1184.2788             42397 
     1237.9584                 1248.4812                 1258.3297             42398 
     1321.4335                 1326.5223                 1382.2038             42399 
     1400.2051                 1407.6720                 1413.7831             42400 
     1422.6232                 1443.8096                 1482.6575             42401 
     1494.1715                 1503.3290                 1868.2431             42402 
     2992.6497                 3076.0274                 3101.1967             42403 
     3113.8655                 3157.2554                 3159.5505             42404 
     3183.1887                 3709.8884                 3796.2639             42405 
Zero-point correction (Hartree): 0.156593 42406 
 42407 
diHPCARP_Ic.pttmmtpmu 42408 
--------------------- 42409 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18152857  42410 
Electronic state : 2-A 42411 
Cartesian coordinates (Angs): 42412 
     O       2.014563     -0.504862      -1.585886 42413 
     O       1.992366     -0.629208      -0.170283 42414 
     C       1.011190      0.266393       0.330493 42415 
     C      -0.388846     -0.134066      -0.206593 42416 
     C      -1.517480      0.206041       0.743106 42417 
     O      -2.787946     -0.055809       0.119900 42418 
     O      -3.005718      0.756009      -0.869295 42419 
     H       1.343325     -1.153384      -1.850762 42420 
     C       1.178060      0.217423       1.847317 42421 
     H       2.205015      0.473943       2.104916 42422 
     H       0.952156     -0.775022       2.229639 42423 
     H       0.513824      0.940070       2.317833 42424 
     C       1.364524      1.679489      -0.113263 42425 
     O       0.551202      2.553970      -0.194655 42426 
     H       2.439750      1.842289      -0.307633 42427 
     H      -0.577180      0.390030      -1.145477 42428 
     O      -0.413044     -1.495579      -0.597202 42429 
     O      -0.171986     -2.314854       0.538458 42430 
     H       0.786963     -2.439703       0.481664 42431 
     H      -1.505416     -0.428695       1.625961 42432 
     H      -1.478614      1.261457       1.009195 42433 
Rotational constants (GHz):    1.1677200    0.7869700    0.6308500 42434 
Vibrational harmonic frequencies (cm-1): 42435 
       59.8687                   61.3179                   90.9469             42436 
      134.5732                  148.4342                  172.4596             42437 
      185.6864                  224.9509                  237.4116             42438 
      258.1564                  279.7353                  306.2739             42439 
      321.2006                  378.8382                  398.9904             42440 
      440.1654                  489.7518                  516.8538             42441 
      533.2259                  583.5219                  618.3864             42442 
      705.0589                  822.4376                  915.1240             42443 
      946.3089                  969.4212                  973.7519             42444 
      998.1391                 1008.8191                 1051.2219             42445 
     1129.6729                 1136.8995                 1192.7853             42446 
     1231.3773                 1252.4738                 1255.1245             42447 
     1319.0229                 1329.5499                 1390.1199             42448 
     1396.2280                 1411.1686                 1412.5061             42449 
     1426.8151                 1438.4964                 1477.7051             42450 
     1497.8738                 1503.3852                 1869.4373             42451 
     2987.6877                 3079.3409                 3104.0393             42452 
     3108.8356                 3154.0304                 3172.1019             42453 
     3178.0815                 3743.5953                 3769.9782             42454 
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Zero-point correction (Hartree): 0.156736 42455 
 42456 
diHPCARP_Ic.pttmmtppu 42457 
--------------------- 42458 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18029380  42459 
Electronic state : 2-A 42460 
Cartesian coordinates (Angs): 42461 
     O       1.930324     -0.752576      -1.621738 42462 
     O       1.961998     -0.854022      -0.205086 42463 
     C       1.097860      0.132070       0.320934 42464 
     C      -0.343230     -0.057123      -0.219867 42465 
     C      -1.402618      0.520182       0.697113 42466 
     O      -2.714192      0.273303       0.155854 42467 
     O      -2.904210      0.918093      -0.955186 42468 
     H       1.267498     -1.424533      -1.840627 42469 
     C       1.257809      0.000047       1.832799 42470 
     H       2.311027      0.103622       2.091104 42471 
     H       0.907336     -0.976467       2.157902 42472 
     H       0.699116      0.782974       2.342878 42473 
     C       1.623533      1.504425      -0.080204 42474 
     O       0.930420      2.479072      -0.153593 42475 
     H       2.713367      1.534426      -0.260786 42476 
     H      -0.424964      0.443169      -1.185886 42477 
     O      -0.602840     -1.405808      -0.559622 42478 
     O      -0.676275     -2.185144       0.628768 42479 
     H      -1.600092     -2.467408       0.606569 42480 
     H      -1.417238      0.029309       1.666418 42481 
     H      -1.257975      1.593949       0.802598 42482 
Rotational constants (GHz):    1.1814400    0.7731000    0.6314700 42483 
Vibrational harmonic frequencies (cm-1): 42484 
       45.6413                   60.4025                   80.9539             42485 
      103.1600                  133.4358                  154.8977             42486 
      177.5473                  218.6386                  246.9550             42487 
      258.5510                  285.1721                  294.2565             42488 
      309.0750                  325.6839                  373.7191             42489 
      379.2785                  466.6857                  492.7526             42490 
      530.0817                  576.4155                  627.9881             42491 
      711.7696                  810.3793                  916.3145             42492 
      942.8769                  968.7273                  973.7708             42493 
      998.6549                 1009.1207                 1053.6576             42494 
     1126.1375                 1142.2055                 1197.8390             42495 
     1234.9452                 1250.5112                 1262.1683             42496 
     1312.6042                 1325.9398                 1391.6575             42497 
     1394.4002                 1408.2409                 1409.1453             42498 
     1415.2872                 1426.8071                 1485.0643             42499 
     1498.9619                 1506.7091                 1865.7267             42500 
     2983.9706                 3078.4975                 3113.7021             42501 
     3117.8855                 3152.2746                 3175.3274             42502 
     3183.9286                 3768.1676                 3809.9946             42503 
Zero-point correction (Hartree): 0.156202 42504 
 42505 
diHPCARP_Ic.pttpmtmmu 42506 
--------------------- 42507 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18167513  42508 
Electronic state : 2-A 42509 
Cartesian coordinates (Angs): 42510 
     O      -2.103855      1.251215      -0.956959 42511 
     O      -1.907718      0.852640       0.393138 42512 
     C      -1.068253     -0.286254       0.393941 42513 
     C       0.336374      0.068148      -0.135901 42514 
     C       1.376619     -0.994649       0.164637 42515 
     O       2.554293     -0.716542      -0.613497 42516 
     O       3.461824     -0.085593       0.069954 42517 
     H      -1.443251      1.957899      -1.033595 42518 
     C      -1.052872     -0.738071       1.848726 42519 
     H      -2.074276     -0.867756       2.202297 42520 
     H      -0.563500      0.022444       2.455468 42521 
     H      -0.523740     -1.684211       1.950515 42522 
     C      -1.741598     -1.354890      -0.457581 42523 
     O      -1.154431     -2.215686      -1.049937 42524 
     H      -2.844066     -1.283380      -0.459786 42525 
     H       0.294982      0.222007      -1.215476 42526 
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     O       0.816788      1.248012       0.488376 42527 
     O       0.356155      2.380388      -0.235200 42528 
     H       1.182188      2.712745      -0.609677 42529 
     H       1.665487     -0.989859       1.213621 42530 
     H       1.020103     -1.971053      -0.153300 42531 
Rotational constants (GHz):    1.2242200    0.7460100    0.5812000 42532 
Vibrational harmonic frequencies (cm-1): 42533 
       54.9372                   61.0474                   72.2669             42534 
      108.0466                  124.3212                  177.5519             42535 
      211.7921                  216.4767                  238.1072             42536 
      249.3634                  279.8228                  296.0529             42537 
      308.8885                  320.6748                  362.5102             42538 
      378.7806                  508.0907                  522.9314             42539 
      543.4985                  560.1479                  586.4366             42540 
      674.0184                  825.5904                  892.5582             42541 
      932.4999                  965.7125                  984.6378             42542 
     1014.2424                 1049.4107                 1054.7788             42543 
     1118.8978                 1147.2099                 1189.5048             42544 
     1242.1078                 1254.1720                 1263.2369             42545 
     1313.9155                 1337.1733                 1382.8871             42546 
     1397.9953                 1403.3884                 1407.4359             42547 
     1414.7152                 1451.8071                 1471.9168             42548 
     1493.1188                 1504.7603                 1865.4605             42549 
     2987.1824                 3074.7401                 3098.7172             42550 
     3113.6228                 3157.1385                 3158.4261             42551 
     3185.8399                 3740.0861                 3813.8661             42552 
Zero-point correction (Hartree): 0.156201 42553 
 42554 
diHPCARP_Ic.pttpmtmpu 42555 
--------------------- 42556 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18125087  42557 
Electronic state : 2-A 42558 
Cartesian coordinates (Angs): 42559 
     O      -2.203647      1.025672      -1.045194 42560 
     O      -1.942281      0.766404       0.327499 42561 
     C      -1.022259     -0.314699       0.398886 42562 
     C       0.348633      0.108933      -0.166505 42563 
     C       1.455865     -0.873522       0.166902 42564 
     O       2.606182     -0.566448      -0.638573 42565 
     O       3.549329      0.011085       0.042627 42566 
     H      -1.513207      1.676546      -1.254658 42567 
     C      -0.966361     -0.670237       1.878544 42568 
     H      -1.973983     -0.840888       2.253700 42569 
     H      -0.514602      0.149573       2.435216 42570 
     H      -0.378665     -1.574334       2.028868 42571 
     C      -1.636297     -1.478217      -0.371038 42572 
     O      -1.003186     -2.341277      -0.908523 42573 
     H      -2.740928     -1.473183      -0.363043 42574 
     H       0.291113      0.214479      -1.252021 42575 
     O       0.772048      1.336803       0.400019 42576 
     O       0.133886      2.411490      -0.280041 42577 
     H      -0.452533      2.747008       0.411996 42578 
     H       1.756561     -0.798773       1.209951 42579 
     H       1.150115     -1.883811      -0.093247 42580 
Rotational constants (GHz):    1.2260600    0.7379200    0.5751200 42581 
Vibrational harmonic frequencies (cm-1): 42582 
       45.1393                   58.4285                   71.1360             42583 
      112.8999                  139.4655                  180.8637             42584 
      205.4918                  219.7769                  235.1868             42585 
      251.7782                  276.3949                  296.2001             42586 
      310.9010                  347.6238                  378.2343             42587 
      398.1180                  507.3635                  542.2260             42588 
      559.5457                  579.6203                  609.0521             42589 
      676.5231                  816.7439                  892.5897             42590 
      930.5220                  963.8340                  988.3277             42591 
     1016.2083                 1047.2994                 1049.3476             42592 
     1122.0258                 1147.8175                 1188.5159             42593 
     1239.9668                 1254.2371                 1262.8230             42594 
     1318.4761                 1336.9484                 1378.6625             42595 
     1401.1819                 1402.5674                 1412.6008             42596 
     1421.2392                 1441.9486                 1474.8795             42597 
     1493.0815                 1502.4560                 1868.6464             42598 
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     2987.9975                 3075.2347                 3089.8946             42599 
     3111.4366                 3156.6111                 3158.6048             42600 
     3183.1683                 3711.6963                 3799.2485             42601 
Zero-point correction (Hartree): 0.156393 42602 
 42603 
diHPCARP_Ic.pttpmtppu 42604 
--------------------- 42605 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18495270  42606 
Electronic state : 2-A 42607 
Cartesian coordinates (Angs): 42608 
     O       1.920928     -1.352783      -1.274363 42609 
     O       1.771049     -1.189024       0.128904 42610 
     C       1.120629      0.043321       0.355961 42611 
     C      -0.248255      0.083613      -0.373279 42612 
     C      -1.227822      1.048306       0.271947 42613 
     O      -2.442395      1.096260      -0.498413 42614 
     O      -3.232643      0.105091      -0.217201 42615 
     H       1.144405     -1.895098      -1.479907 42616 
     C       1.065308      0.161182       1.876336 42617 
     H       2.074901      0.079708       2.277465 42618 
     H       0.454731     -0.640697       2.283929 42619 
     H       0.655175      1.126063       2.170073 42620 
     C       2.009443      1.166119      -0.162675 42621 
     O       1.585871      2.226277      -0.528537 42622 
     H       3.089573      0.934316      -0.138694 42623 
     H      -0.080649      0.404928      -1.402747 42624 
     O      -0.795818     -1.206135      -0.542963 42625 
     O      -1.205884     -1.722147       0.714143 42626 
     H      -2.150502     -1.497053       0.694839 42627 
     H      -1.492302      0.755905       1.285011 42628 
     H      -0.820012      2.056382       0.247725 42629 
Rotational constants (GHz):    1.3263100    0.7419600    0.6092300 42630 
Vibrational harmonic frequencies (cm-1): 42631 
       72.1114                   86.8247                  107.0949             42632 
      132.0948                  163.5445                  183.4640             42633 
      189.6413                  222.3256                  237.6883             42634 
      265.6665                  299.5553                  309.6027             42635 
      320.1132                  374.0061                  385.0284             42636 
      465.0565                  504.5420                  531.7165             42637 
      541.7251                  584.5976                  620.0523             42638 
      701.2747                  820.0030                  916.9443             42639 
      938.7169                  968.8373                  975.8374             42640 
     1006.9629                 1013.5116                 1053.5949             42641 
     1116.5210                 1150.6153                 1195.8866             42642 
     1236.1149                 1258.1076                 1262.0276             42643 
     1317.3817                 1341.0506                 1392.4417             42644 
     1393.9612                 1401.7150                 1407.6268             42645 
     1422.3478                 1451.2880                 1484.4345             42646 
     1497.2902                 1505.8952                 1862.7211             42647 
     2985.4687                 3077.3512                 3103.7196             42648 
     3118.5588                 3151.7741                 3172.8599             42649 
     3185.1422                 3735.2251                 3766.3645             42650 
Zero-point correction (Hartree): 0.157162 42651 
 42652 
diHPCARP_Ic.ptttmtmmu 42653 
--------------------- 42654 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18194890  42655 
Electronic state : 2-A 42656 
Cartesian coordinates (Angs): 42657 
     O      -2.353811      0.723675      -1.036281 42658 
     O      -2.118218      0.401417       0.327827 42659 
     C      -0.999812     -0.462893       0.385253 42660 
     C       0.277515      0.258269      -0.086499 42661 
     C       1.546165     -0.471495       0.289938 42662 
     O       2.604395      0.127298      -0.484211 42663 
     O       3.768022     -0.296622      -0.100870 42664 
     H      -1.909334      1.584262      -1.096370 42665 
     C      -0.932400     -0.888356       1.846369 42666 
     H      -1.891025     -1.304799       2.150832 42667 
     H      -0.715093     -0.017842       2.463608 42668 
     H      -0.160220     -1.642138       1.991667 42669 
     C      -1.312328     -1.677393      -0.480251 42670 
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     O      -0.487086     -2.322313      -1.062190 42671 
     H      -2.387265     -1.931859      -0.505297 42672 
     H       0.250324      0.387345      -1.169943 42673 
     O       0.387949      1.532295       0.535065 42674 
     O      -0.340487      2.487897      -0.220846 42675 
     H       0.374405      3.010272      -0.607135 42676 
     H       1.788988     -0.336686       1.343091 42677 
     H       1.488269     -1.526525       0.032739 42678 
Rotational constants (GHz):    1.2043900    0.7138900    0.5593300 42679 
Vibrational harmonic frequencies (cm-1): 42680 
       49.0900                   61.1709                   92.4064             42681 
      106.6618                  120.8520                  179.6045             42682 
      206.0140                  224.9411                  237.2233             42683 
      256.9204                  276.3407                  293.2271             42684 
      306.1105                  322.5219                  364.3117             42685 
      374.3585                  435.2061                  506.1789             42686 
      524.5398                  573.2409                  623.6316             42687 
      686.3429                  824.8614                  880.6046             42688 
      931.9782                  966.8707                  998.4529             42689 
     1033.9447                 1053.9972                 1055.6266             42690 
     1129.5427                 1138.7651                 1192.1094             42691 
     1242.0944                 1259.9117                 1275.5266             42692 
     1297.5760                 1324.6631                 1381.0646             42693 
     1399.2086                 1406.8844                 1411.4756             42694 
     1420.3571                 1452.1810                 1483.2531             42695 
     1493.6202                 1505.4335                 1866.9836             42696 
     2985.2535                 3074.8609                 3097.4060             42697 
     3105.4592                 3156.5392                 3158.6866             42698 
     3173.0823                 3753.8716                 3811.0429             42699 
Zero-point correction (Hartree): 0.156200 42700 
 42701 
diHPCARP_Ic.ptttmtmpu 42702 
--------------------- 42703 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18183335  42704 
Electronic state : 2-A 42705 
Cartesian coordinates (Angs): 42706 
     O       2.362175     -0.507489      -1.141820 42707 
     O       2.119713     -0.336061       0.248195 42708 
     C       0.954570      0.465461       0.391788 42709 
     C      -0.286722     -0.295353      -0.111786 42710 
     C      -1.585824      0.357437       0.304431 42711 
     O      -2.620762     -0.208224      -0.521246 42712 
     O      -3.794433      0.171959      -0.123494 42713 
     H       1.852931     -1.313424      -1.331061 42714 
     C       0.890490      0.780198       1.880149 42715 
     H       1.831240      1.222094       2.203965 42716 
     H       0.719029     -0.137705       2.440643 42717 
     H       0.084122      1.482574       2.084992 42718 
     C       1.199724      1.755037      -0.384069 42719 
     O       0.338050      2.408355      -0.898054 42720 
     H       2.262953      2.054711      -0.406489 42721 
     H      -0.264669     -0.373624      -1.200938 42722 
     O      -0.344029     -1.598475       0.448954 42723 
     O       0.520368     -2.462653      -0.277498 42724 
     H       1.221962     -2.614074       0.370963 42725 
     H      -1.828336      0.132780       1.342444 42726 
     H      -1.561319      1.430700       0.132112 42727 
Rotational constants (GHz):    1.2103000    0.7124000    0.5589000 42728 
Vibrational harmonic frequencies (cm-1): 42729 
       50.1260                   57.1822                   95.7955             42730 
      115.5407                  124.1904                  189.5887             42731 
      193.9887                  211.1340                  230.7275             42732 
      260.1758                  277.5304                  292.2732             42733 
      306.9559                  348.5287                  368.4951             42734 
      399.4799                  432.2181                  516.4702             42735 
      564.4809                  603.0261                  623.8974             42736 
      689.1372                  819.5952                  883.8719             42737 
      929.9881                  964.2047                  998.1961             42738 
     1035.7962                 1049.1802                 1054.3335             42739 
     1129.9573                 1142.8655                 1188.5195             42740 
     1239.6506                 1259.2557                 1277.7298             42741 
     1297.2480                 1331.9751                 1376.3189             42742 
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     1401.0329                 1408.6238                 1413.3161             42743 
     1429.9506                 1443.2906                 1483.2082             42744 
     1494.3095                 1503.1537                 1870.6992             42745 
     2984.4581                 3075.3016                 3090.8574             42746 
     3103.0449                 3156.3150                 3158.4913             42747 
     3171.8280                 3701.4434                 3796.4885             42748 
Zero-point correction (Hartree): 0.156317 42749 
 42750 
diHPCARP_Ic.tmmmmmppu 42751 
--------------------- 42752 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18107284  42753 
Electronic state : 2-A 42754 
Cartesian coordinates (Angs): 42755 
     O       3.019300     -0.483182       0.402971 42756 
     O       1.752158     -0.232548       0.982330 42757 
     C       0.897432      0.391514       0.032145 42758 
     C      -0.389684      0.565904       0.875879 42759 
     C      -1.116488     -0.733016       1.195782 42760 
     O      -1.725837     -1.343342       0.037715 42761 
     O      -2.931433     -0.911007      -0.164371 42762 
     H       2.855571     -1.330583      -0.039670 42763 
     C       1.435734      1.735720      -0.431436 42764 
     H       2.427496      1.601041      -0.856604 42765 
     H       1.502952      2.411628       0.419450 42766 
     H       0.774032      2.174456      -1.174927 42767 
     C       0.700394     -0.537185      -1.165524 42768 
     O       1.154365     -1.649072      -1.198728 42769 
     H       0.140315     -0.113965      -2.012488 42770 
     H      -0.037892      0.950778       1.838184 42771 
     O      -1.232588      1.595432       0.417480 42772 
     O      -1.547007      1.375514      -0.952276 42773 
     H      -2.429400      0.980600      -0.895933 42774 
     H      -0.400179     -1.467532       1.560271 42775 
     H      -1.908878     -0.558398       1.919673 42776 
Rotational constants (GHz):    1.4335500    0.7565100    0.6477000 42777 
Vibrational harmonic frequencies (cm-1): 42778 
       53.9055                   72.3043                   92.2902             42779 
      134.9738                  176.5696                  195.6434             42780 
      204.0834                  220.5476                  240.8009             42781 
      256.8608                  283.1024                  319.0220             42782 
      323.2674                  369.2193                  386.4526             42783 
      449.8514                  483.0516                  512.6456             42784 
      532.1211                  542.2158                  626.9700             42785 
      794.6353                  833.0654                  854.2851             42786 
      925.4832                  950.9318                  958.9278             42787 
     1009.1401                 1038.8455                 1053.0892             42788 
     1075.3696                 1151.7965                 1188.3435             42789 
     1200.4853                 1248.9336                 1283.1780             42790 
     1332.3947                 1353.4376                 1379.2182             42791 
     1392.9981                 1402.0645                 1415.5790             42792 
     1418.2575                 1442.4479                 1467.2475             42793 
     1490.2778                 1502.4768                 1844.5313             42794 
     3031.3357                 3073.1418                 3083.8200             42795 
     3106.8608                 3162.6879                 3174.0473             42796 
     3174.4127                 3755.8105                 3774.0936             42797 
Zero-point correction (Hartree): 0.156782 42798 
 42799 
diHPCARP_Ic.tmmmmmtmu 42800 
--------------------- 42801 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18423716  42802 
Electronic state : 2-A 42803 
Cartesian coordinates (Angs): 42804 
     O       3.032696     -0.072787       0.702110 42805 
     O       1.671260      0.073128       1.065361 42806 
     C       0.907338      0.453563      -0.065521 42807 
     C      -0.495583      0.672113       0.534688 42808 
     C      -1.082486     -0.568572       1.198635 42809 
     O      -1.399677     -1.571858       0.215966 42810 
     O      -2.531353     -1.332842      -0.376306 42811 
     H       3.023970     -0.960780       0.310105 42812 
     C       1.418689      1.733805      -0.716536 42813 
     H       2.453733      1.602902      -1.020403 42814 
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     H       1.360216      2.548244       0.004293 42815 
     H       0.811539      1.988868      -1.582085 42816 
     C       0.895437     -0.663950      -1.102828 42817 
     O       1.592768     -1.637988      -1.016909 42818 
     H       0.224758     -0.506122      -1.964269 42819 
     H      -0.404045      1.445304       1.304525 42820 
     O      -1.296042      1.134607      -0.529031 42821 
     O      -2.558865      1.504558      -0.005904 42822 
     H      -3.071967      0.698897      -0.180728 42823 
     H      -0.349207     -1.025132       1.858686 42824 
     H      -1.995662     -0.328466       1.736969 42825 
Rotational constants (GHz):    1.4603200    0.7247100    0.6094400 42826 
Vibrational harmonic frequencies (cm-1): 42827 
       41.1333                   82.5185                  104.0594             42828 
      158.4969                  169.3647                  179.7448             42829 
      192.8554                  221.6943                  227.9670             42830 
      254.8367                  297.5691                  303.5754             42831 
      343.8864                  363.0606                  387.1780             42832 
      437.9117                  503.5203                  517.8956             42833 
      522.0239                  559.2311                  668.8506             42834 
      744.5166                  833.5767                  875.5127             42835 
      924.2459                  933.6825                  984.8815             42836 
     1023.2853                 1035.7041                 1063.5331             42837 
     1079.6596                 1160.7011                 1186.0107             42838 
     1216.2770                 1243.4675                 1287.6944             42839 
     1317.8831                 1356.7185                 1369.5165             42840 
     1394.4841                 1402.1135                 1418.1677             42841 
     1449.9883                 1452.2046                 1481.4593             42842 
     1489.8858                 1501.1394                 1851.2603             42843 
     3004.1378                 3060.5994                 3083.3653             42844 
     3120.5001                 3161.5987                 3178.1118             42845 
     3184.9308                 3729.3638                 3730.5936             42846 
Zero-point correction (Hartree): 0.156893 42847 
 42848 
diHPCARP_Ic.tmmtmtmpu 42849 
--------------------- 42850 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17798279  42851 
Electronic state : 2-A 42852 
Cartesian coordinates (Angs): 42853 
     O       0.346077      2.785467      -0.050294 42854 
     O      -0.238804      1.596511      -0.580739 42855 
     C       0.634606      0.520619      -0.253962 42856 
     C      -0.066523     -0.733614      -0.869548 42857 
     C      -1.576912     -0.629543      -0.874241 42858 
     O      -2.002233     -0.349334       0.474739 42859 
     O      -3.272137     -0.096131       0.529323 42860 
     H      -0.422455      3.183970       0.376038 42861 
     C       2.015448      0.756150      -0.849997 42862 
     H       2.454377      1.658610      -0.432435 42863 
     H       1.917840      0.875484      -1.928250 42864 
     H       2.666935     -0.086667      -0.644253 42865 
     C       0.702981      0.380053       1.263809 42866 
     O       1.513547     -0.312933       1.815848 42867 
     H      -0.048517      0.954334       1.828351 42868 
     H       0.277249     -0.839678      -1.902503 42869 
     O       0.196171     -1.918865      -0.154688 42870 
     O       1.574075     -2.234453      -0.246661 42871 
     H       1.903354     -1.866236       0.591741 42872 
     H      -1.925817      0.176739      -1.512644 42873 
     H      -2.014133     -1.580644      -1.172640 42874 
Rotational constants (GHz):    1.0494800    0.8975600    0.6439100 42875 
Vibrational harmonic frequencies (cm-1): 42876 
       34.6027                   55.0658                  117.2009             42877 
      128.6366                  150.0286                  171.0315             42878 
      178.6268                  211.2752                  239.9734             42879 
      247.4286                  257.7931                  293.3837             42880 
      320.5814                  340.0895                  369.7053             42881 
      413.6443                  426.6001                  471.4583             42882 
      539.2776                  555.4470                  657.1937             42883 
      714.5270                  792.4853                  898.1021             42884 
      909.9214                  976.1958                  995.8379             42885 
     1018.4164                 1043.1382                 1065.4580             42886 
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     1105.4016                 1155.8337                 1185.1448             42887 
     1202.0599                 1229.8750                 1273.7538             42888 
     1300.3913                 1349.0192                 1373.8026             42889 
     1395.0671                 1402.9537                 1411.4329             42890 
     1421.6668                 1476.4091                 1484.2981             42891 
     1488.4310                 1501.4248                 1852.5091             42892 
     3020.4301                 3067.1473                 3089.6501             42893 
     3110.9170                 3166.4946                 3179.5589             42894 
     3198.7349                 3688.4372                 3830.9078             42895 
Zero-point correction (Hartree): 0.156180 42896 
 42897 
diHPCARP_Ic.tmtmmpppu 42898 
--------------------- 42899 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18219939  42900 
Electronic state : 2-A 42901 
Cartesian coordinates (Angs): 42902 
     O       2.776847     -1.319170      -0.079825 42903 
     O       1.369867     -1.277793       0.083564 42904 
     C       0.977204      0.034175       0.442726 42905 
     C      -0.556274     -0.098814       0.575476 42906 
     C      -1.164538     -0.799605      -0.635200 42907 
     O      -2.590273     -0.602222      -0.642614 42908 
     O      -3.159078     -1.206610       0.357823 42909 
     H       2.860876     -1.060003      -1.010360 42910 
     C       1.596310      0.497211       1.751867 42911 
     H       2.673167      0.609935       1.647875 42912 
     H       1.394759     -0.242502       2.524902 42913 
     H       1.161080      1.450325       2.048756 42914 
     C       1.343571      1.014124      -0.670662 42915 
     O       1.747963      0.651046      -1.742092 42916 
     H       1.251498      2.081822      -0.418927 42917 
     H      -0.768146     -0.676948       1.476666 42918 
     O      -1.168494      1.144740       0.844661 42919 
     O      -1.207468      1.909074      -0.353561 42920 
     H      -2.132205      1.802949      -0.619487 42921 
     H      -0.815362     -0.375309      -1.573478 42922 
     H      -0.958215     -1.865330      -0.604831 42923 
Rotational constants (GHz):    1.4372300    0.6571500    0.6067400 42924 
Vibrational harmonic frequencies (cm-1): 42925 
       48.0102                   63.8459                   90.5359             42926 
      112.0186                  151.9914                  164.6860             42927 
      181.0478                  216.9030                  240.9821             42928 
      276.3134                  287.5217                  313.0960             42929 
      344.0256                  376.7398                  378.4556             42930 
      404.7821                  432.9152                  494.3616             42931 
      523.4359                  587.2556                  672.8444             42932 
      715.7879                  835.5375                  876.0272             42933 
      931.5087                  968.4550                  980.2044             42934 
      994.9900                 1032.6445                 1047.5641             42935 
     1113.8281                 1142.9737                 1190.9902             42936 
     1215.6733                 1246.8392                 1272.9357             42937 
     1305.0382                 1325.0742                 1374.8288             42938 
     1400.5909                 1408.1475                 1414.1979             42939 
     1421.0352                 1435.2438                 1487.1188             42940 
     1488.6647                 1501.8127                 1847.3301             42941 
     3022.9853                 3078.4189                 3102.2384             42942 
     3124.5980                 3158.2532                 3165.0948             42943 
     3187.6069                 3759.1421                 3782.4265             42944 
Zero-point correction (Hartree): 0.156550 42945 
 42946 
diHPCARP_Ic.tmtpmpppu 42947 
--------------------- 42948 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.21135088  42949 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.09591494  42950 
     T1 diagnostic:  0.020024  42951 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.05036068  42952 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.07337670  42953 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05353822  42954 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.07524219  42955 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.54227738  42956 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.53708637  42957 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18614857  42958 
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Electronic state : 2-A 42959 
Cartesian coordinates (Angs): 42960 
     O      -2.964402     -0.957919      -0.369344 42961 
     O      -1.595794     -0.929687      -0.733521 42962 
     C      -1.016968      0.289183      -0.296721 42963 
     C       0.461984      0.106432      -0.718733 42964 
     C       1.095007     -1.112290      -0.056500 42965 
     O       2.457779     -1.249790      -0.495872 42966 
     O       3.261548     -0.465832       0.155990 42967 
     H      -2.913542     -1.356423       0.512718 42968 
     C      -1.628804      1.502582      -0.973089 42969 
     H      -2.687824      1.567896      -0.732190 42970 
     H      -1.517386      1.415568      -2.052565 42971 
     H      -1.125273      2.408318      -0.639358 42972 
     C      -1.155767      0.410621       1.222187 42973 
     O      -1.423706     -0.531892       1.917608 42974 
     H      -1.026572      1.419905       1.639760 42975 
     H       0.466630     -0.030327      -1.802826 42976 
     O       1.217580      1.277254      -0.538440 42977 
     O       1.345014      1.526413       0.854203 42978 
     H       2.205131      1.111104       1.034226 42979 
     H       1.094516     -1.046217       1.028935 42980 
     H       0.587450     -2.017383      -0.376563 42981 
Rotational constants (GHz):    1.5270200    0.6497300    0.6102200 42982 
Vibrational harmonic frequencies (cm-1): 42983 
       36.6409                   66.5170                  114.5616             42984 
      134.8907                  171.9592                  177.7288             42985 
      186.1317                  214.2034                  241.8131             42986 
      263.4286                  306.7271                  320.9665             42987 
      326.9893                  375.4289                  396.8432             42988 
      428.3840                  478.7185                  524.7143             42989 
      537.8407                  588.5838                  651.1578             42990 
      705.7016                  837.8899                  885.0331             42991 
      932.9605                  967.9964                  983.0241             42992 
     1000.5910                 1025.5868                 1048.4628             42993 
     1107.9646                 1152.0275                 1189.0139             42994 
     1205.0365                 1255.0924                 1265.2852             42995 
     1316.5436                 1333.6655                 1379.8364             42996 
     1405.4081                 1406.1390                 1421.4796             42997 
     1433.4307                 1438.2248                 1484.5764             42998 
     1488.6895                 1500.5911                 1844.8621             42999 
     3031.1024                 3079.6899                 3092.4893             43000 
     3124.6291                 3159.7359                 3165.1495             43001 
     3191.0199                 3708.8540                 3764.7138             43002 
Zero-point correction (Hartree): 0.156913 43003 
 43004 
diHPCARP_Ic.tmttmpppu 43005 
--------------------- 43006 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18033591  43007 
Electronic state : 2-A 43008 
Cartesian coordinates (Angs): 43009 
     O      -2.729658     -1.331309      -0.561632 43010 
     O      -1.389670     -1.001317      -0.880469 43011 
     C      -1.042346      0.220293      -0.248210 43012 
     C       0.454100      0.347514      -0.628535 43013 
     C       1.323095     -0.667385       0.081437 43014 
     O       2.594322     -0.669418      -0.595430 43015 
     O       3.493798     -1.311166       0.084138 43016 
     H      -2.606332     -1.854985       0.244337 43017 
     C      -1.847437      1.394970      -0.772676 43018 
     H      -2.908239      1.205053      -0.623227 43019 
     H      -1.655833      1.524856      -1.836295 43020 
     H      -1.565006      2.308911      -0.253018 43021 
     C      -1.218154      0.084223       1.264787 43022 
     O      -1.319566     -0.982365       1.807383 43023 
     H      -1.259642      1.027265       1.831462 43024 
     H       0.508426      0.177431      -1.706923 43025 
     O       0.934787      1.665542      -0.494041 43026 
     O       0.833009      2.026395       0.881435 43027 
     H       1.751285      2.236409       1.093177 43028 
     H       1.496033     -0.410507       1.124442 43029 
     H       0.887588     -1.663006       0.014155 43030 
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Rotational constants (GHz):    1.2849100    0.6596800    0.5699800 43031 
Vibrational harmonic frequencies (cm-1): 43032 
       36.2254                   56.1929                   75.2810             43033 
       82.1147                  126.3395                  176.0510             43034 
      183.6677                  215.1825                  229.0916             43035 
      253.5744                  277.1087                  302.8801             43036 
      308.7722                  319.4598                  369.9761             43037 
      391.5176                  395.9074                  469.3943             43038 
      503.0072                  568.6105                  654.9775             43039 
      713.2076                  840.0501                  892.7599             43040 
      934.4476                  970.4701                  982.7428             43041 
     1007.0292                 1045.2380                 1049.7415             43042 
     1111.7464                 1143.0671                 1191.7131             43043 
     1206.2689                 1254.1946                 1263.7515             43044 
     1297.1900                 1321.9606                 1364.6418             43045 
     1403.3831                 1407.4056                 1419.3110             43046 
     1423.0486                 1432.0236                 1488.3653             43047 
     1489.0874                 1500.7795                 1848.6470             43048 
     3020.7621                 3080.5759                 3091.4722             43049 
     3107.4964                 3160.5715                 3166.1597             43050 
     3167.3176                 3766.7191                 3822.5851             43051 
Zero-point correction (Hartree): 0.155784 43052 
 43053 
diHPCARP_Ic.tpppmmpmu 43054 
--------------------- 43055 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18144356  43056 
Electronic state : 2-A 43057 
Cartesian coordinates (Angs): 43058 
     O       2.235749     -0.850992      -1.406855 43059 
     O       1.140209     -0.023109      -1.051811 43060 
     C       0.555592     -0.491164       0.153702 43061 
     C      -0.637521      0.440543       0.428756 43062 
     C      -1.726318      0.415906      -0.638503 43063 
     O      -2.583089     -0.732839      -0.464241 43064 
     O      -3.222360     -0.691903       0.664042 43065 
     H       2.936501     -0.482096      -0.845735 43066 
     C       0.132646     -1.954569       0.068267 43067 
     H       1.006222     -2.593146      -0.031739 43068 
     H      -0.506870     -2.101341      -0.799466 43069 
     H      -0.424375     -2.242268       0.959815 43070 
     C       1.537132     -0.310182       1.302813 43071 
     O       2.669365      0.055941       1.153435 43072 
     H       1.141691     -0.558507       2.305099 43073 
     H      -1.092435      0.132662       1.373764 43074 
     O      -0.203899      1.761894       0.681042 43075 
     O       0.031439      2.423415      -0.554831 43076 
     H       0.893024      2.069375      -0.824219 43077 
     H      -2.332820      1.314130      -0.549266 43078 
     H      -1.329441      0.318725      -1.644718 43079 
Rotational constants (GHz):    1.3188700    0.7055200    0.6083800 43080 
Vibrational harmonic frequencies (cm-1): 43081 
       40.9708                   59.3857                   92.1645             43082 
      142.4266                  161.9521                  171.2996             43083 
      196.3227                  218.5043                  228.3289             43084 
      229.9576                  284.9366                  315.6904             43085 
      316.4798                  368.6657                  405.6909             43086 
      412.5856                  442.3959                  515.4544             43087 
      541.5335                  570.2832                  622.5128             43088 
      737.9806                  837.3915                  896.3944             43089 
      922.9245                  949.4048                  978.0752             43090 
     1001.3290                 1030.3820                 1063.1270             43091 
     1108.4669                 1146.1945                 1184.2336             43092 
     1216.0905                 1239.6581                 1264.7054             43093 
     1305.8782                 1335.0028                 1382.8392             43094 
     1404.6448                 1410.2648                 1421.5778             43095 
     1446.7343                 1454.5565                 1480.2496             43096 
     1486.8313                 1505.3529                 1860.7884             43097 
     2970.9115                 3080.6417                 3088.6240             43098 
     3121.6556                 3157.4201                 3173.8861             43099 
     3191.2229                 3737.3396                 3757.2865             43100 
Zero-point correction (Hartree): 0.156482 43101 
 43102 
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diHPCARP_Ic.tpppmppmu 43103 
--------------------- 43104 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18110884  43105 
Electronic state : 2-A 43106 
Cartesian coordinates (Angs): 43107 
     O       1.769616     -1.590895      -1.249693 43108 
     O       0.779848     -0.591651      -1.064257 43109 
     C       0.445579     -0.522849       0.310188 43110 
     C      -0.597998      0.610441       0.445106 43111 
     C      -1.649288      0.647052      -0.658122 43112 
     O      -2.518318     -0.497379      -0.565045 43113 
     O      -3.206462     -0.487660       0.536212 43114 
     H       2.580933     -1.073393      -1.138400 43115 
     C      -0.063018     -1.854343       0.852239 43116 
     H       0.715890     -2.608992       0.776995 43117 
     H      -0.925734     -2.183322       0.278893 43118 
     H      -0.357627     -1.748837       1.896234 43119 
     C       1.658593     -0.056016       1.106827 43120 
     O       2.672025      0.324807       0.585279 43121 
     H       1.552336     -0.080087       2.205470 43122 
     H      -1.109497      0.488721       1.402065 43123 
     O       0.019507      1.877965       0.571588 43124 
     O       0.580788      2.248629      -0.679512 43125 
     H       1.464447      1.847583      -0.644477 43126 
     H      -2.248723      1.547972      -0.542303 43127 
     H      -1.211268      0.594122      -1.648468 43128 
Rotational constants (GHz):    1.3022100    0.7692500    0.6255800 43129 
Vibrational harmonic frequencies (cm-1): 43130 
       34.1325                   59.0351                  108.6116             43131 
      135.0917                  156.2863                  175.9170             43132 
      198.7084                  201.5820                  218.2019             43133 
      249.2978                  271.3825                  310.2169             43134 
      324.2414                  352.6443                  390.6643             43135 
      408.8290                  451.0351                  460.5699             43136 
      514.0741                  579.1079                  626.0931             43137 
      722.7287                  840.5565                  885.9730             43138 
      937.9943                  955.0642                  982.4384             43139 
     1004.8195                 1030.0956                 1059.4987             43140 
     1107.6775                 1145.7714                 1184.4900             43141 
     1222.1167                 1232.8329                 1263.3818             43142 
     1304.4937                 1333.0052                 1378.8645             43143 
     1404.4574                 1407.7888                 1420.6930             43144 
     1430.8856                 1457.4120                 1487.0070             43145 
     1491.1520                 1510.8401                 1847.9397             43146 
     2990.0194                 3082.1252                 3103.6929             43147 
     3118.7439                 3158.5890                 3179.3827             43148 
     3205.1232                 3734.5713                 3770.8752             43149 
Zero-point correction (Hartree): 0.156325 43150 
 43151 
diHPCARP_Ic.tptmmppmu 43152 
--------------------- 43153 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.18208865  43154 
Electronic state : 2-A 43155 
Cartesian coordinates (Angs): 43156 
     O       2.353640     -1.077329      -1.233578 43157 
     O       1.078273     -0.476418      -1.075328 43158 
     C       0.700750     -0.545358       0.287791 43159 
     C      -0.667552      0.161728       0.382933 43160 
     C      -1.578265     -0.188973      -0.778745 43161 
     O      -2.951261      0.060479      -0.417816 43162 
     O      -3.352053     -0.766553       0.497586 43163 
     H       2.936499     -0.314663      -1.103398 43164 
     C       0.618370     -1.978187       0.797625 43165 
     H       1.547208     -2.501814       0.587851 43166 
     H      -0.200069     -2.504612       0.309630 43167 
     H       0.436963     -1.987486       1.872187 43168 
     C       1.660972      0.279270       1.136205 43169 
     O       2.502635      0.991939       0.659540 43170 
     H       1.529582      0.197210       2.229086 43171 
     H      -1.147136     -0.162946       1.309229 43172 
     O      -0.538622      1.561099       0.567554 43173 
     O      -0.037988      2.154825      -0.619774 43174 
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     H       0.923226      2.105850      -0.495182 43175 
     H      -1.376986      0.449669      -1.632916 43176 
     H      -1.491926     -1.236435      -1.056811 43177 
Rotational constants (GHz):    1.4333500    0.6769300    0.5836800 43178 
Vibrational harmonic frequencies (cm-1): 43179 
       42.8535                   70.2507                  112.7377             43180 
      127.8844                  158.1837                  160.6998             43181 
      187.3189                  203.1592                  230.4784             43182 
      261.8875                  277.3097                  307.6056             43183 
      325.5334                  334.7333                  393.5094             43184 
      408.9079                  423.3548                  456.0359             43185 
      525.6790                  580.7002                  657.8426             43186 
      755.9250                  842.9615                  872.8277             43187 
      944.0831                  952.8993                  975.5825             43188 
      979.7235                 1014.8451                 1051.2959             43189 
     1131.3791                 1136.3470                 1185.4572             43190 
     1217.8011                 1236.2103                 1256.5861             43191 
     1311.4295                 1326.2842                 1382.4358             43192 
     1404.6405                 1411.3737                 1416.9611             43193 
     1431.7841                 1455.8733                 1476.3586             43194 
     1488.7091                 1505.8085                 1848.5804             43195 
     2992.1566                 3078.8887                 3097.2656             43196 
     3126.5184                 3150.7433                 3174.4491             43197 
     3197.2432                 3740.2825                 3772.9273             43198 
Zero-point correction (Hartree): 0.156262 43199 
 43200 
 43201 
 43202 
1,4-aldehyde-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-HPCARP-43203 
Ia) 43204 
======================================================================================43205 
= 43206 
 43207 
TS.diHPCARP_I.14aldHshift.mmmmmpu 43208 
--------------------------------- 43209 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14000634  43210 
Electronic state : 2-A 43211 
Cartesian coordinates (Angs): 43212 
     C      -2.030154     -0.059161      -0.085097 43213 
     C      -0.518993     -0.452742      -0.260483 43214 
     O      -0.169746     -0.770891       1.060332 43215 
     O      -1.224192     -1.478019       1.607838 43216 
     H      -2.125813     -0.684692       1.053490 43217 
     O      -2.774853      0.409128      -0.854258 43218 
     C      -0.525506     -1.648464      -1.205618 43219 
     H      -0.814723     -1.326312      -2.205818 43220 
     H      -1.235368     -2.394746      -0.856231 43221 
     H       0.468537     -2.089814      -1.224866 43222 
     C       0.351753      0.709133      -0.740724 43223 
     H      -0.148754      1.150452      -1.612077 43224 
     O       0.516408      1.690702       0.265786 43225 
     O      -0.768068      2.085542       0.718107 43226 
     H      -0.895715      2.932390       0.270331 43227 
     C       1.763324      0.283732      -1.147100 43228 
     O       2.324523     -0.712619      -0.331501 43229 
     H       1.728964     -0.163735      -2.140675 43230 
     H       2.406077      1.165608      -1.171462 43231 
     O       2.660809     -0.135423       0.919170 43232 
     H       1.855203     -0.291503       1.437652 43233 
Rotational constants (GHz):    1.2894600    0.8010300    0.7088200 43234 
Vibrational harmonic frequencies (cm-1): 43235 
    i1928.9033                   83.5178                   96.6603             43236 
      121.0383                  151.2801                  162.0973             43237 
      180.3044                  219.0386                  229.9054             43238 
      230.3576                  266.8049                  270.5781             43239 
      288.1812                  325.9894                  372.1662             43240 
      423.9363                  433.4081                  462.3376             43241 
      493.1332                  597.0381                  600.2451             43242 
      631.0923                  717.8175                  822.6271             43243 
      865.9715                  896.7038                  953.3772             43244 
      981.3270                 1024.5749                 1062.4453             43245 
     1072.6985                 1088.0453                 1119.4133             43246 
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     1151.6612                 1168.6958                 1196.1158             43247 
     1265.4347                 1308.7142                 1355.9956             43248 
     1371.6387                 1394.9543                 1402.1274             43249 
     1413.9153                 1460.4071                 1464.3378             43250 
     1482.0722                 1511.7219                 1814.8065             43251 
     1998.5599                 3027.1054                 3077.3867             43252 
     3080.5049                 3135.3005                 3158.8909             43253 
     3170.8783                 3748.3459                 3804.4818             43254 
Zero-point correction (Hartree): 0.150833 43255 
 43256 
TS.diHPCARP_I.14aldHshift.mmpmmpu 43257 
--------------------------------- 43258 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14194620  43259 
Electronic state : 2-A 43260 
Cartesian coordinates (Angs): 43261 
     C      -2.034141     -0.044653      -0.164589 43262 
     C      -0.522037     -0.457385      -0.232091 43263 
     O      -0.223050     -0.604637       1.134831 43264 
     O      -1.302208     -1.232520       1.735388 43265 
     H      -2.184598     -0.519815       1.031322 43266 
     O      -2.750988      0.326407      -1.007352 43267 
     C      -0.500595     -1.759813      -1.021181 43268 
     H      -0.762858     -1.560668      -2.060131 43269 
     H      -1.220849     -2.460022      -0.603763 43270 
     H       0.493713     -2.195881      -0.961993 43271 
     C       0.363874      0.649387      -0.806703 43272 
     H      -0.132424      1.030440      -1.707140 43273 
     O       0.538108      1.703032       0.120244 43274 
     O      -0.748442      2.145461       0.529884 43275 
     H      -0.728820      1.918719       1.470259 43276 
     C       1.770061      0.180179      -1.176128 43277 
     O       2.322208     -0.757321      -0.284631 43278 
     H       1.733826     -0.344271      -2.131226 43279 
     H       2.421254      1.050943      -1.268363 43280 
     O       2.669530     -0.092319       0.918671 43281 
     H       1.876514     -0.230560       1.458908 43282 
Rotational constants (GHz):    1.3016800    0.7897400    0.7170300 43283 
Vibrational harmonic frequencies (cm-1): 43284 
    i1833.4049                   77.4175                   98.3355             43285 
      120.1696                  151.3486                  160.0142             43286 
      176.9145                  216.2501                  227.8545             43287 
      237.8231                  268.9547                  289.7126             43288 
      328.6518                  352.8291                  371.8152             43289 
      408.6218                  428.7350                  461.4518             43290 
      494.3577                  596.9852                  603.1902             43291 
      631.7990                  717.6451                  815.6231             43292 
      866.7032                  892.8595                  950.0544             43293 
      980.7043                 1027.1601                 1061.3283             43294 
     1070.4924                 1089.0372                 1121.6262             43295 
     1147.6575                 1165.3150                 1194.8415             43296 
     1263.4559                 1308.1257                 1349.8313             43297 
     1377.8612                 1394.1227                 1410.5224             43298 
     1417.0766                 1453.1306                 1463.7489             43299 
     1481.8435                 1510.3846                 1816.8526             43300 
     2006.5897                 3038.3518                 3077.6618             43301 
     3080.8681                 3135.8114                 3158.1302             43302 
     3172.7436                 3754.3237                 3795.3228             43303 
Zero-point correction (Hartree): 0.150977 43304 
 43305 
TS.diHPCARP_I.14aldHshift.mmpmpmu 43306 
--------------------------------- 43307 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14045165  43308 
Electronic state : 2-A 43309 
Cartesian coordinates (Angs): 43310 
     C       1.994472     -0.167445       0.288167 43311 
     C       0.443676     -0.415442       0.284590 43312 
     O       0.230114     -0.742820      -1.067633 43313 
     O       1.274668     -1.562306      -1.470102 43314 
     H       2.179265     -0.833331      -0.802678 43315 
     O       2.687414      0.252342       1.127845 43316 
     C       0.242210     -1.570226       1.258219 43317 
     H       0.470086     -1.234660       2.269775 43318 
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     H       0.908540     -2.391180       1.002114 43319 
     H      -0.787079     -1.915203       1.205126 43320 
     C      -0.338224      0.852952       0.627086 43321 
     H       0.125639      1.258553       1.535802 43322 
     O      -0.284514      1.802810      -0.417425 43323 
     O       1.060238      1.953366      -0.843128 43324 
     H       1.010404      1.578342      -1.734146 43325 
     C      -1.831094      0.691228       0.905184 43326 
     O      -2.594681      0.273415      -0.198807 43327 
     H      -1.991818      0.027410       1.755904 43328 
     H      -2.225862      1.678650       1.146462 43329 
     O      -2.487244     -1.137582      -0.320656 43330 
     H      -1.843388     -1.228787      -1.038580 43331 
Rotational constants (GHz):    1.2813900    0.8091100    0.6911200 43332 
Vibrational harmonic frequencies (cm-1): 43333 
    i1788.5741                   66.9891                  105.1583             43334 
      117.9710                  151.9100                  172.6681             43335 
      181.2209                  218.3409                  230.9273             43336 
      238.4362                  270.0048                  274.5726             43337 
      333.3841                  346.0724                  383.9779             43338 
      439.6975                  456.4439                  487.2099             43339 
      504.2662                  597.7395                  605.2544             43340 
      635.1391                  717.3113                  779.6636             43341 
      857.8186                  912.0735                  958.1096             43342 
      974.6334                 1028.8444                 1061.6499             43343 
     1070.4744                 1093.8354                 1121.8435             43344 
     1146.2736                 1162.4080                 1186.8816             43345 
     1264.6695                 1319.3623                 1339.4738             43346 
     1388.7165                 1397.3513                 1413.3792             43347 
     1420.3749                 1439.4885                 1464.2406             43348 
     1483.0273                 1515.2216                 1816.5840             43349 
     2006.3838                 3025.7287                 3078.7011             43350 
     3082.7705                 3134.7647                 3157.9027             43351 
     3175.7848                 3770.3207                 3788.0038             43352 
Zero-point correction (Hartree): 0.151205 43353 
 43354 
TS.diHPCARP_I.14aldHshift.mmppppu 43355 
--------------------------------- 43356 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13923381  43357 
Electronic state : 2-A 43358 
Cartesian coordinates (Angs): 43359 
     C       1.648137     -0.388097       0.995277 43360 
     C       0.546302     -0.472713      -0.119318 43361 
     O       1.296465     -0.155427      -1.266370 43362 
     O       2.512366     -0.811520      -1.157697 43363 
     H       2.615211     -0.541015       0.143639 43364 
     O       1.549662     -0.411035       2.157809 43365 
     C       0.055908     -1.914174      -0.082951 43366 
     H      -0.510187     -2.089369       0.830356 43367 
     H       0.905017     -2.592548      -0.125854 43368 
     H      -0.590973     -2.099706      -0.937608 43369 
     C      -0.546854      0.577388       0.056532 43370 
     H      -0.870066      0.554851       1.101593 43371 
     O      -0.092309      1.870101      -0.300634 43372 
     O       1.150556      2.120577       0.332123 43373 
     H       1.758034      2.027458      -0.416922 43374 
     C      -1.757008      0.377726      -0.855077 43375 
     O      -2.620633     -0.635718      -0.391707 43376 
     H      -2.288106      1.327335      -0.940598 43377 
     H      -1.445560      0.050050      -1.847591 43378 
     O      -3.188744     -0.184868       0.832269 43379 
     H      -4.111179     -0.054720       0.579860 43380 
Rotational constants (GHz):    1.2903000    0.6826400    0.6331600 43381 
Vibrational harmonic frequencies (cm-1): 43382 
    i1841.4768                   57.4105                   61.0754             43383 
      113.1597                  143.0052                  153.6013             43384 
      189.9766                  201.4617                  215.4248             43385 
      232.7557                  236.9769                  272.4953             43386 
      283.1436                  326.3846                  380.1935             43387 
      412.9860                  421.1079                  483.0953             43388 
      513.2878                  537.1479                  606.0512             43389 
      641.0308                  684.0429                  756.4224             43390 
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      873.8504                  927.9070                  957.5498             43391 
     1002.4973                 1044.2752                 1068.5155             43392 
     1080.8273                 1107.3109                 1120.6600             43393 
     1145.4145                 1162.1661                 1182.7914             43394 
     1268.5412                 1290.9073                 1328.6350             43395 
     1395.6050                 1399.9131                 1407.1323             43396 
     1419.4035                 1424.3227                 1473.6655             43397 
     1484.4851                 1500.9618                 1814.5028             43398 
     2006.7933                 3071.4301                 3077.1019             43399 
     3081.3020                 3135.2756                 3164.8188             43400 
     3167.6552                 3772.2524                 3824.7302             43401 
Zero-point correction (Hartree): 0.150599 43402 
 43403 
TS.diHPCARP_I.14aldHshift.mpmpppu 43404 
--------------------------------- 43405 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13990478  43406 
Electronic state : 2-A 43407 
Cartesian coordinates (Angs): 43408 
     C       1.777421     -0.694313       0.876503 43409 
     C       0.653978     -0.413445      -0.188388 43410 
     O       1.357551      0.449942      -1.055980 43411 
     O       2.618358     -0.090908      -1.243568 43412 
     H       2.734072     -0.421965       0.044159 43413 
     O       1.701150     -1.115055       1.961381 43414 
     C       0.308741     -1.755606      -0.814276 43415 
     H      -0.230003     -2.371173      -0.095506 43416 
     H       1.215286     -2.265727      -1.131476 43417 
     H      -0.330452     -1.591579      -1.679328 43418 
     C      -0.517508      0.338944       0.435084 43419 
     H      -0.880929     -0.265691       1.268818 43420 
     O      -0.070919      1.535377       1.043584 43421 
     O       0.016028      2.558479       0.058563 43422 
     H       0.864770      2.363129      -0.366432 43423 
     C      -1.689793      0.596983      -0.512161 43424 
     O      -2.454926     -0.571241      -0.728083 43425 
     H      -2.303595      1.395520      -0.092963 43426 
     H      -1.354436      0.887439      -1.506842 43427 
     O      -3.035434     -0.944908       0.515803 43428 
     H      -3.966224     -0.738810       0.365400 43429 
Rotational constants (GHz):    1.1925900    0.7116300    0.6294700 43430 
Vibrational harmonic frequencies (cm-1): 43431 
    i1856.2650                   45.3808                   61.3826             43432 
      117.6114                  141.7917                  164.5419             43433 
      186.9853                  195.9062                  217.6415             43434 
      221.8016                  233.4167                  270.3890             43435 
      300.3508                  327.0825                  367.2170             43436 
      408.4668                  438.6737                  485.0490             43437 
      516.1145                  542.7658                  615.2076             43438 
      641.6486                  704.5212                  772.1928             43439 
      866.0263                  928.2783                  944.5546             43440 
      976.2109                 1030.2452                 1062.9090             43441 
     1071.3586                 1113.1503                 1116.2179             43442 
     1118.1695                 1173.1640                 1178.2570             43443 
     1269.6388                 1286.1214                 1332.7151             43444 
     1388.0730                 1395.5964                 1405.8990             43445 
     1418.7789                 1444.1033                 1474.7041             43446 
     1480.0399                 1497.8440                 1822.2252             43447 
     2013.6939                 3080.8326                 3083.4196             43448 
     3103.0358                 3148.1852                 3162.8900             43449 
     3168.4993                 3763.1687                 3824.4187             43450 
Zero-point correction (Hartree): 0.150629 43451 
 43452 
TS.diHPCARP_I.14aldHshift.mtmmmpu 43453 
--------------------------------- 43454 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14126793  43455 
Electronic state : 2-A 43456 
Cartesian coordinates (Angs): 43457 
     C       2.027441      0.702538      -0.236735 43458 
     C       0.867693     -0.216199       0.304058 43459 
     O       0.605687     -0.992812      -0.840978 43460 
     O       1.826074     -1.336958      -1.389946 43461 
     H       2.334291     -0.133912      -1.187649 43462 
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     O       2.478501      1.677601       0.217311 43463 
     C       1.441232     -1.022963       1.457907 43464 
     H       1.636707     -0.373364       2.310104 43465 
     H       2.367660     -1.503071       1.151981 43466 
     H       0.726860     -1.796483       1.735783 43467 
     C      -0.365977      0.604840       0.656222 43468 
     H      -0.081430      1.324541       1.433253 43469 
     O      -0.654969      1.301683      -0.547196 43470 
     O      -1.860285      2.021574      -0.400799 43471 
     H      -2.494961      1.393154      -0.780639 43472 
     C      -1.524119     -0.226065       1.195781 43473 
     O      -1.842226     -1.358909       0.423950 43474 
     H      -1.247621     -0.629157       2.170646 43475 
     H      -2.398856      0.411773       1.324903 43476 
     O      -2.305803     -0.908434      -0.843161 43477 
     H      -1.496101     -0.976338      -1.375228 43478 
Rotational constants (GHz):    1.2779200    0.7916600    0.6634400 43479 
Vibrational harmonic frequencies (cm-1): 43480 
    i1946.3293                   61.7856                   96.9848             43481 
      109.6508                  126.5084                  138.1330             43482 
      207.8169                  219.5612                  229.8801             43483 
      250.3378                  259.6589                  308.6176             43484 
      330.6072                  383.2463                  398.1145             43485 
      467.0271                  498.1523                  500.5395             43486 
      539.5675                  554.6636                  598.7627             43487 
      659.5660                  722.6066                  822.1567             43488 
      851.9170                  895.8462                  953.6409             43489 
      976.3288                 1034.9594                 1051.1843             43490 
     1074.4283                 1079.2651                 1126.0956             43491 
     1132.4334                 1166.1764                 1208.6992             43492 
     1261.1462                 1296.5243                 1364.2186             43493 
     1376.6060                 1398.7606                 1410.7526             43494 
     1440.7865                 1450.1609                 1477.8590             43495 
     1485.6545                 1510.4216                 1817.7906             43496 
     2011.8689                 3041.0717                 3075.9836             43497 
     3089.3908                 3133.9251                 3157.3115             43498 
     3167.4935                 3733.2415                 3743.8570             43499 
Zero-point correction (Hartree): 0.151452 43500 
 43501 
TS.diHPCARP_I.14aldHshift.mtmtmpu 43502 
--------------------------------- 43503 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13969286  43504 
Electronic state : 2-A 43505 
Cartesian coordinates (Angs): 43506 
     C       1.964446      0.945757       0.307869 43507 
     C       1.049055     -0.333117       0.212049 43508 
     O       1.432225     -0.829329      -1.045659 43509 
     O       2.808400     -0.728624      -1.113479 43510 
     H       2.816066      0.471699      -0.560078 43511 
     O       1.910473      1.849627       1.042785 43512 
     C       1.446405     -1.234914       1.373002 43513 
     H       1.195518     -0.758531       2.319416 43514 
     H       2.516051     -1.426958       1.337591 43515 
     H       0.921923     -2.185633       1.294763 43516 
     C      -0.425221      0.027334       0.171312 43517 
     H      -0.695919      0.435544       1.147836 43518 
     O      -0.549003      1.055184      -0.801136 43519 
     O      -1.748051      1.771696      -0.541273 43520 
     H      -2.330812      1.416285      -1.227329 43521 
     C      -1.296095     -1.173926      -0.183306 43522 
     O      -2.643717     -0.804971      -0.384323 43523 
     H      -0.979868     -1.585981      -1.141907 43524 
     H      -1.234473     -1.939946       0.592031 43525 
     O      -3.163671     -0.364295       0.860963 43526 
     H      -3.013270      0.592416       0.809093 43527 
Rotational constants (GHz):    1.4814500    0.6262800    0.5598000 43528 
Vibrational harmonic frequencies (cm-1): 43529 
    i1941.3836                   47.7105                   87.4701             43530 
      103.7624                  136.4784                  165.4359             43531 
      174.2679                  194.7583                  215.6581             43532 
      251.5348                  258.7636                  268.8290             43533 
      325.4285                  365.9015                  391.5000             43534 
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      406.0708                  470.4298                  496.1433             43535 
      517.2554                  563.9638                  568.3195             43536 
      622.5967                  703.0537                  820.4662             43537 
      889.7945                  899.8458                  962.6654             43538 
      991.1986                 1035.5923                 1054.1060             43539 
     1077.4815                 1107.6241                 1117.3598             43540 
     1141.8991                 1158.3796                 1194.7951             43541 
     1274.1514                 1303.0559                 1337.4525             43542 
     1383.1863                 1401.2609                 1416.8854             43543 
     1426.2362                 1440.6900                 1472.0475             43544 
     1482.6434                 1503.5151                 1820.1127             43545 
     2012.5594                 3072.4876                 3080.6632             43546 
     3085.6277                 3139.6417                 3160.2026             43547 
     3170.4295                 3745.6400                 3790.1733             43548 
Zero-point correction (Hartree): 0.151054 43549 
 43550 
TS.diHPCARP_I.14aldHshift.mtppppu 43551 
--------------------------------- 43552 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13705569  43553 
Electronic state : 2-A 43554 
Cartesian coordinates (Angs): 43555 
     C       1.983733      0.358632       0.639969 43556 
     C       0.741355     -0.430591       0.079030 43557 
     O       1.189971     -0.712220      -1.223386 43558 
     O       2.504917     -1.119757      -1.117156 43559 
     H       2.794037     -0.192667      -0.225964 43560 
     O       2.072745      1.046266       1.579878 43561 
     C       0.585942     -1.662564       0.960930 43562 
     H       0.324619     -1.360282       1.974020 43563 
     H       1.518347     -2.221862       0.976666 43564 
     H      -0.208143     -2.288628       0.561377 43565 
     C      -0.490851      0.453553       0.002279 43566 
     H      -0.838849      0.641428       1.019545 43567 
     O      -0.060301      1.674380      -0.586409 43568 
     O      -1.031358      2.662530      -0.278670 43569 
     H      -0.563237      3.192995       0.379019 43570 
     C      -1.623736     -0.116469      -0.847998 43571 
     O      -2.221846     -1.262757      -0.281860 43572 
     H      -2.363582      0.670827      -1.002594 43573 
     H      -1.236571     -0.451640      -1.810087 43574 
     O      -2.810868     -0.870609       0.953888 43575 
     H      -3.751357     -0.948201       0.752477 43576 
Rotational constants (GHz):    1.1285900    0.7415400    0.5981900 43577 
Vibrational harmonic frequencies (cm-1): 43578 
    i1971.1687                   21.8975                   57.9048             43579 
       77.3261                  122.7409                  148.1743             43580 
      156.6068                  186.7649                  206.0714             43581 
      218.1373                  229.0039                  247.9989             43582 
      267.9961                  309.1177                  328.4699             43583 
      376.4668                  393.2169                  445.8271             43584 
      496.5010                  564.6502                  581.5742             43585 
      633.5074                  694.4304                  756.8277             43586 
      878.5082                  931.9005                  955.5199             43587 
     1027.2884                 1031.8378                 1064.3136             43588 
     1078.7951                 1101.8122                 1113.3230             43589 
     1127.3859                 1165.2587                 1191.7853             43590 
     1276.6848                 1288.9227                 1338.8035             43591 
     1392.2848                 1394.3762                 1403.5263             43592 
     1414.1412                 1426.1040                 1482.7032             43593 
     1484.9449                 1498.5919                 1816.1002             43594 
     2002.3995                 3078.6290                 3082.3687             43595 
     3099.6634                 3144.5083                 3163.9024             43596 
     3175.4812                 3809.4751                 3826.6840             43597 
Zero-point correction (Hartree): 0.149879 43598 
 43599 
TS.diHPCARP_I.14aldHshift.tmmmmpu 43600 
--------------------------------- 43601 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13980278  43602 
Electronic state : 2-A 43603 
Cartesian coordinates (Angs): 43604 
     C      -0.849694     -0.658476       1.039509 43605 
     C      -0.851181      0.372362      -0.143731 43606 
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     O      -1.669014     -0.296137      -1.072452 43607 
     O      -2.723837     -0.847153      -0.368654 43608 
     H      -1.943422     -1.233270       0.625467 43609 
     O      -0.212473     -0.694204       2.022198 43610 
     C      -1.479824      1.640550       0.416281 43611 
     H      -0.872608      2.032833       1.228405 43612 
     H      -2.482035      1.417882       0.775473 43613 
     H      -1.536150      2.386003      -0.375447 43614 
     C       0.512860      0.566976      -0.817050 43615 
     H       0.383465      1.246447      -1.664454 43616 
     O       1.447317      1.127518       0.085007 43617 
     O       1.250021      2.540194       0.111197 43618 
     H       2.130542      2.847973      -0.136911 43619 
     C       1.079856     -0.749285      -1.337694 43620 
     O       1.017917     -1.797211      -0.396874 43621 
     H       0.461514     -1.088543      -2.167214 43622 
     H       2.108221     -0.605650      -1.668552 43623 
     O       2.091430     -1.637626       0.515622 43624 
     H       1.667483     -1.199503       1.271001 43625 
Rotational constants (GHz):    1.0831700    0.9226200    0.7119600 43626 
Vibrational harmonic frequencies (cm-1): 43627 
    i1954.2124                   58.6403                   98.0243             43628 
      131.6452                  141.5194                  182.8393             43629 
      189.7068                  209.4981                  224.7974             43630 
      242.4648                  270.9678                  282.5157             43631 
      296.4770                  337.8994                  369.1063             43632 
      384.8120                  435.4515                  465.7056             43633 
      482.4115                  508.6508                  618.6898             43634 
      644.1068                  722.7004                  780.7613             43635 
      872.1228                  914.9300                  949.4674             43636 
      987.9733                 1022.2665                 1062.2560             43637 
     1065.9693                 1101.2514                 1121.0428             43638 
     1139.1397                 1151.4566                 1193.4193             43639 
     1262.7903                 1305.7164                 1344.0458             43640 
     1367.3671                 1401.3076                 1405.7479             43641 
     1413.8015                 1460.1710                 1463.4632             43642 
     1486.0143                 1498.8990                 1818.2523             43643 
     1980.4793                 3064.5293                 3080.9656             43644 
     3094.7690                 3154.7175                 3162.6155             43645 
     3176.8628                 3736.5958                 3827.5040             43646 
Zero-point correction (Hartree): 0.150740 43647 
 43648 
TS.diHPCARP_I.14aldHshift.tmmppmu 43649 
--------------------------------- 43650 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14153543  43651 
Electronic state : 2-A 43652 
Cartesian coordinates (Angs): 43653 
     C       0.752097     -1.009256       1.100227 43654 
     C      -0.116954     -0.721852      -0.170409 43655 
     O       0.876471     -0.760522      -1.176327 43656 
     O       1.736217     -1.807130      -0.886000 43657 
     H       1.709202     -1.553408       0.428195 43658 
     O       0.495960     -0.896296       2.234135 43659 
     C      -1.112598     -1.865982      -0.272379 43660 
     H      -1.820804     -1.811727       0.551425 43661 
     H      -0.582779     -2.815571      -0.245622 43662 
     H      -1.654302     -1.779354      -1.211614 43663 
     C      -0.725241      0.689448      -0.222986 43664 
     H      -0.781456      0.971586      -1.276674 43665 
     O      -2.009709      0.752650       0.354164 43666 
     O      -2.965893      0.311726      -0.604168 43667 
     H      -3.500686      1.108173      -0.712435 43668 
     C       0.093609      1.716584       0.568632 43669 
     O       1.476796      1.502661       0.442539 43670 
     H      -0.169768      2.726253       0.255603 43671 
     H      -0.114496      1.597638       1.632529 43672 
     O       1.850324      1.861076      -0.881004 43673 
     H       1.888280      0.989442      -1.306631 43674 
Rotational constants (GHz):    1.0646600    0.8709300    0.7005100 43675 
Vibrational harmonic frequencies (cm-1): 43676 
    i1797.6434                   65.2860                   88.2728             43677 
      131.4006                  143.1357                  168.4932             43678 
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      202.0168                  219.0448                  230.1383             43679 
      251.0519                  262.8654                  272.3882             43680 
      291.6855                  350.1169                  386.3366             43681 
      431.6758                  470.6430                  494.8818             43682 
      499.4120                  516.6638                  608.9901             43683 
      634.8104                  691.8628                  738.2642             43684 
      877.8707                  936.2009                  956.5294             43685 
     1016.2656                 1021.0467                 1064.5588             43686 
     1088.5398                 1097.8503                 1127.7869             43687 
     1133.7014                 1176.1168                 1185.3349             43688 
     1260.7951                 1286.4595                 1332.1236             43689 
     1379.5493                 1399.9199                 1409.9368             43690 
     1417.2077                 1454.6828                 1484.1116             43691 
     1486.9388                 1495.1239                 1826.4206             43692 
     2003.2461                 3084.9038                 3085.4039             43693 
     3088.5353                 3145.2325                 3170.4346             43694 
     3174.9685                 3737.6754                 3822.7825             43695 
Zero-point correction (Hartree): 0.151220 43696 
 43697 
TS.diHPCARP_I.14aldHshift.tpmmmpu 43698 
--------------------------------- 43699 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13919448  43700 
Electronic state : 2-A 43701 
Cartesian coordinates (Angs): 43702 
     C      -0.712958     -0.337340       1.178963 43703 
     C      -0.981672      0.302338      -0.232124 43704 
     O      -1.668928     -0.745372      -0.869931 43705 
     O      -2.522733     -1.306722       0.060969 43706 
     H      -1.625326     -1.253566       1.015368 43707 
     O      -0.136126      0.082838       2.109270 43708 
     C      -1.843934      1.530720       0.019621 43709 
     H      -1.301962      2.260109       0.619137 43710 
     H      -2.755101      1.241511       0.538384 43711 
     H      -2.102829      1.983776      -0.936511 43712 
     C       0.247224      0.581962      -1.110065 43713 
     H      -0.134673      0.909764      -2.081434 43714 
     O       0.965750      1.721882      -0.683411 43715 
     O       1.710283      1.417414       0.487359 43716 
     H       1.106789      1.651644       1.208393 43717 
     C       1.080649     -0.681282      -1.328391 43718 
     O       1.151116     -1.493947      -0.171506 43719 
     H       0.582033     -1.289108      -2.082107 43720 
     H       2.083546     -0.425288      -1.667484 43721 
     O       2.387961     -1.308158       0.490845 43722 
     H       2.313091     -0.400702       0.829474 43723 
Rotational constants (GHz):    1.2482700    0.8556200    0.7671600 43724 
Vibrational harmonic frequencies (cm-1): 43725 
    i1985.4832                   44.3310                   65.2751             43726 
      147.3949                  158.0713                  188.2903             43727 
      201.6003                  209.8888                  224.0193             43728 
      244.8781                  264.7958                  292.4958             43729 
      314.1043                  355.5570                  373.7496             43730 
      466.8671                  491.8604                  495.5827             43731 
      512.0421                  541.7298                  607.0638             43732 
      644.1797                  723.1206                  787.4031             43733 
      834.9388                  934.3390                  954.5427             43734 
      968.5253                 1024.8268                 1053.4711             43735 
     1064.6602                 1107.2479                 1122.5801             43736 
     1137.9489                 1150.1796                 1194.6813             43737 
     1253.2650                 1297.3415                 1336.6471             43738 
     1374.4988                 1396.6389                 1404.0224             43739 
     1428.0547                 1464.7301                 1477.9056             43740 
     1478.5764                 1497.0842                 1811.2836             43741 
     1975.7657                 3075.2932                 3076.7680             43742 
     3095.1827                 3151.5186                 3155.6352             43743 
     3168.6087                 3713.1402                 3764.1629             43744 
Zero-point correction (Hartree): 0.151039 43745 
 43746 
TS.diHPCARP_I.14aldHshift.tpmpmpu 43747 
--------------------------------- 43748 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13966797  43749 
Electronic state : 2-A 43750 
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Cartesian coordinates (Angs): 43751 
     C       0.523751     -0.772512       1.162661 43752 
     C       0.056902     -0.758154      -0.337068 43753 
     O       1.303695     -0.660929      -0.999839 43754 
     O       2.206574     -1.477860      -0.336274 43755 
     H       1.710210     -1.171614       0.871637 43756 
     O      -0.060182     -0.623516       2.160881 43757 
     C      -0.630468     -2.092041      -0.586026 43758 
     H      -1.502875     -2.193293       0.054385 43759 
     H       0.072208     -2.899495      -0.393193 43760 
     H      -0.946941     -2.130066      -1.627361 43761 
     C      -0.753618      0.464204      -0.797930 43762 
     H      -0.528290      0.581987      -1.861945 43763 
     O      -2.141308      0.209869      -0.788585 43764 
     O      -2.521121     -0.040375       0.564045 43765 
     H      -3.138848      0.681719       0.732271 43766 
     C      -0.440462      1.783887      -0.091128 43767 
     O       0.853513      2.265791      -0.367661 43768 
     H      -1.111768      2.541934      -0.497143 43769 
     H      -0.589579      1.710743       0.986455 43770 
     O       1.767361      1.590579       0.488983 43771 
     H       2.231001      1.017303      -0.140551 43772 
Rotational constants (GHz):    1.0958700    0.9470800    0.7310500 43773 
Vibrational harmonic frequencies (cm-1): 43774 
    i1728.1067                   86.3959                  102.6074             43775 
      115.0259                  144.5087                  162.2035             43776 
      184.7449                  210.5060                  221.9866             43777 
      234.8470                  260.5731                  288.3068             43778 
      307.3534                  347.9167                  358.3625             43779 
      409.0165                  468.4722                  493.4896             43780 
      518.5777                  535.9095                  603.7698             43781 
      619.0821                  714.8566                  752.7236             43782 
      884.1698                  935.7661                  957.3564             43783 
      969.1992                 1029.4032                 1063.1286             43784 
     1092.2270                 1105.0619                 1123.8675             43785 
     1131.4470                 1156.0935                 1187.1308             43786 
     1258.1645                 1289.5103                 1325.4609             43787 
     1368.1292                 1395.0044                 1401.1644             43788 
     1413.1815                 1425.6948                 1485.8275             43789 
     1491.9141                 1495.7006                 1828.4613             43790 
     2012.5675                 3077.7195                 3082.3432             43791 
     3082.7130                 3137.5049                 3163.4336             43792 
     3180.9337                 3763.7777                 3828.5100             43793 
Zero-point correction (Hartree): 0.151006 43794 
 43795 
TS.diHPCARP_I.14aldHshift.tpppmpu 43796 
--------------------------------- 43797 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13966797  43798 
Electronic state : 2-A 43799 
Cartesian coordinates (Angs): 43800 
     C       0.524251     -0.772331       1.162623 43801 
     C       0.057328     -0.758162      -0.337044 43802 
     O       1.304013     -0.660353      -0.999944 43803 
     O       2.207395     -1.476703      -0.336347 43804 
     H       1.711007     -1.170552       0.871534 43805 
     O      -0.059908     -0.624105       2.160830 43806 
     C      -0.629467     -2.092363      -0.585926 43807 
     H      -1.501922     -2.193852       0.054379 43808 
     H       0.073485     -2.899529      -0.392882 43809 
     H      -0.945787     -2.130646      -1.627297 43810 
     C      -0.753784      0.463864      -0.797810 43811 
     H      -0.528330      0.581946      -1.861764 43812 
     O      -2.141325      0.208792      -0.788759 43813 
     O      -2.521401     -0.040843       0.563933 43814 
     H      -3.140527      0.680289       0.731104 43815 
     C      -0.441304      1.783587      -0.090768 43816 
     O       0.852360      2.266249      -0.367466 43817 
     H      -1.113124      2.541332      -0.496497 43818 
     H      -0.590151      1.710157       0.986821 43819 
     O       1.766710      1.591332       0.488876 43820 
     H       2.230456      1.018329      -0.140826 43821 
Rotational constants (GHz):    1.0958800    0.9470200    0.7310000 43822 
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Vibrational harmonic frequencies (cm-1): 43823 
    i1728.1948                   86.1946                  102.4938             43824 
      114.6565                  144.4331                  161.7750             43825 
      184.6807                  207.8103                  221.9238             43826 
      234.8792                  260.4779                  288.3076             43827 
      307.3475                  347.8745                  358.3219             43828 
      409.0230                  468.4906                  493.4859             43829 
      518.5622                  535.9160                  603.7811             43830 
      619.1104                  714.8733                  752.7131             43831 
      884.1808                  935.7579                  957.3497             43832 
      969.1766                 1029.3918                 1063.1342             43833 
     1092.2150                 1105.0492                 1123.8821             43834 
     1131.4227                 1156.0909                 1187.1254             43835 
     1258.1408                 1289.4489                 1325.4253             43836 
     1368.0797                 1394.9588                 1401.1754             43837 
     1413.1748                 1425.6822                 1485.8097             43838 
     1491.8970                 1495.7140                 1828.4440             43839 
     2012.5599                 3077.7271                 3082.3707             43840 
     3082.7168                 3137.5599                 3163.4343             43841 
     3180.9568                 3763.8037                 3828.7290             43842 
Zero-point correction (Hartree): 0.150996 43843 
 43844 
TS.diHPCARP_I.14aldHshift.tppppmu 43845 
--------------------------------- 43846 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14229927  43847 
Electronic state : 2-A 43848 
Cartesian coordinates (Angs): 43849 
     C       0.289963     -0.939944       1.198343 43850 
     C      -0.023849     -0.748916      -0.325968 43851 
     O       1.289005     -0.808962      -0.859342 43852 
     O       1.973120     -1.813867      -0.197034 43853 
     H       1.434474     -1.491547       0.983714 43854 
     O      -0.367772     -0.768658       2.146995 43855 
     C      -0.883969     -1.922002      -0.763775 43856 
     H      -1.819677     -1.931090      -0.210850 43857 
     H      -0.339708     -2.848328      -0.594994 43858 
     H      -1.101177     -1.817365      -1.825691 43859 
     C      -0.567282      0.633525      -0.726923 43860 
     H      -0.150929      0.838301      -1.716536 43861 
     O      -1.955130      0.636422      -0.968036 43862 
     O      -2.615025      0.301296       0.252152 43863 
     H      -3.169474      1.078557       0.392351 43864 
     C      -0.163302      1.742397       0.246353 43865 
     O       1.168680      1.599527       0.677643 43866 
     H      -0.315465      2.718965      -0.214753 43867 
     H      -0.754279      1.664333       1.158249 43868 
     O       2.014796      1.880951      -0.429726 43869 
     H       2.245474      0.984142      -0.720892 43870 
Rotational constants (GHz):    1.0838800    0.9356000    0.7250500 43871 
Vibrational harmonic frequencies (cm-1): 43872 
    i1781.6597                   81.2274                   95.5703             43873 
      118.7934                  153.7235                  168.7586             43874 
      197.8965                  216.7266                  229.9966             43875 
      245.8230                  264.6799                  276.2606             43876 
      297.2794                  330.0639                  370.8051             43877 
      429.7216                  480.6237                  496.2074             43878 
      507.4586                  548.2100                  612.3053             43879 
      638.9408                  710.7006                  735.8728             43880 
      877.4024                  933.5197                  958.9290             43881 
      976.3494                 1019.9415                 1064.1913             43882 
     1094.9291                 1104.0432                 1124.6175             43883 
     1135.4215                 1162.6386                 1184.3390             43884 
     1256.0360                 1285.6797                 1336.2343             43885 
     1364.2288                 1393.1150                 1400.8476             43886 
     1423.0383                 1450.9823                 1486.2695             43887 
     1490.6685                 1494.4539                 1826.8886             43888 
     2008.5335                 3083.9060                 3084.5344             43889 
     3089.2056                 3149.4654                 3164.4549             43890 
     3181.8500                 3736.9140                 3829.4432             43891 
Zero-point correction (Hartree): 0.151226 43892 
 43893 
TS.diHPCARP_I.14aldHshift.tpptmmu 43894 
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--------------------------------- 43895 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13758262  43896 
Electronic state : 2-A 43897 
Cartesian coordinates (Angs): 43898 
     C      -1.589405      0.133967       1.081192 43899 
     C      -0.990132     -0.116820      -0.356567 43900 
     O      -1.272602     -1.493510      -0.488346 43901 
     O      -2.559946     -1.701649      -0.034215 43902 
     H      -2.406378     -0.872750       0.985745 43903 
     O      -1.402415      0.978191       1.865718 43904 
     C      -1.778275      0.763649      -1.311849 43905 
     H      -1.623519      1.811928      -1.067253 43906 
     H      -2.834862      0.514654      -1.250046 43907 
     H      -1.420691      0.581360      -2.324365 43908 
     C       0.534049      0.006517      -0.506881 43909 
     H       0.818770     -0.693290      -1.296345 43910 
     O       0.929449      1.249863      -1.032696 43911 
     O       0.614954      2.257322      -0.077084 43912 
     H       1.495953      2.545801       0.193839 43913 
     C       1.273839     -0.363604       0.768754 43914 
     O       2.671322     -0.353649       0.595225 43915 
     H       1.095785      0.378550       1.546391 43916 
     H       0.926943     -1.342705       1.113017 43917 
     O       2.993325     -1.368749      -0.348182 43918 
     H       3.454844     -2.008355       0.207746 43919 
Rotational constants (GHz):    1.2408300    0.6987400    0.6010000 43920 
Vibrational harmonic frequencies (cm-1): 43921 
    i1903.6194                   36.5110                   54.2947             43922 
      100.6240                  134.3265                  146.3960             43923 
      149.6595                  205.6094                  225.1534             43924 
      232.0678                  255.9368                  285.5050             43925 
      295.4972                  315.6421                  329.3456             43926 
      354.7558                  394.5978                  480.4785             43927 
      507.3383                  543.1705                  590.2381             43928 
      669.3838                  710.5450                  755.7846             43929 
      885.6190                  915.7191                  957.6468             43930 
      978.7071                  995.1102                 1065.6248             43931 
     1081.3910                 1094.1315                 1129.0695             43932 
     1144.5316                 1167.2556                 1195.4951             43933 
     1259.5945                 1298.7485                 1319.3223             43934 
     1379.3434                 1395.9747                 1401.1161             43935 
     1409.9272                 1425.1056                 1483.3791             43936 
     1485.4025                 1495.4637                 1821.3175             43937 
     2003.9280                 3056.9604                 3081.8738             43938 
     3097.1471                 3141.3362                 3162.9566             43939 
     3179.1203                 3816.2130                 3826.4769             43940 
Zero-point correction (Hartree): 0.150186 43941 
 43942 
TS.diHPCARP_I.14aldHshift.tpptpmu 43943 
--------------------------------- 43944 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14095553  43945 
Electronic state : 2-A 43946 
Cartesian coordinates (Angs): 43947 
     C      -1.476173      0.153954       1.181504 43948 
     C      -1.086936      0.046568      -0.344549 43949 
     O      -1.763607     -1.147856      -0.672833 43950 
     O      -3.017873     -1.089164      -0.098150 43951 
     H      -2.554174     -0.553733       1.020082 43952 
     O      -0.997382      0.738934       2.070495 43953 
     C      -1.657571      1.281482      -1.021410 43954 
     H      -1.186679      2.176579      -0.622093 43955 
     H      -2.732589      1.319536      -0.863151 43956 
     H      -1.451088      1.218782      -2.089098 43957 
     C       0.387796     -0.221706      -0.679037 43958 
     H       0.389206     -0.770979      -1.625048 43959 
     O       1.096043      0.955622      -0.998317 43960 
     O       1.154493      1.772941       0.161141 43961 
     H       1.965990      1.452737       0.587541 43962 
     C       1.094162     -1.065756       0.373446 43963 
     O       2.409185     -1.400673      -0.014144 43964 
     H       1.114133     -0.573254       1.346117 43965 
     H       0.571836     -2.018914       0.469894 43966 
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     O       3.237210     -0.265524       0.225368 43967 
     H       3.371148      0.067750      -0.672454 43968 
Rotational constants (GHz):    1.4912200    0.6486100    0.6067300 43969 
Vibrational harmonic frequencies (cm-1): 43970 
    i1899.0654                   59.7286                   82.3333             43971 
      121.6743                  131.5452                  164.1557             43972 
      177.3610                  215.2333                  225.9868             43973 
      258.6976                  275.9198                  303.0390             43974 
      323.4098                  346.6941                  379.2089             43975 
      415.1967                  480.9140                  511.1311             43976 
      525.8667                  553.1418                  586.1513             43977 
      647.8889                  710.3838                  759.4632             43978 
      892.4079                  912.6030                  951.6738             43979 
      977.6590                 1005.5141                 1066.4045             43980 
     1084.0568                 1095.8038                 1120.9804             43981 
     1148.9900                 1151.4190                 1196.1646             43982 
     1258.4742                 1303.8823                 1317.1148             43983 
     1382.3215                 1401.6423                 1411.1809             43984 
     1421.4773                 1436.1876                 1485.1987             43985 
     1485.9779                 1496.6121                 1820.7972             43986 
     2006.6236                 3076.1428                 3081.8807             43987 
     3087.4039                 3140.5545                 3162.8424             43988 
     3180.0694                 3720.0695                 3800.5528             43989 
Zero-point correction (Hartree): 0.151124 43990 
 43991 
TS.diHPCARP_I.14aldHshift.tpptppu 43992 
--------------------------------- 43993 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13925361  43994 
Electronic state : 2-A 43995 
Cartesian coordinates (Angs): 43996 
     C      -1.452322      0.085615       1.209356 43997 
     C      -1.106384      0.061618      -0.329994 43998 
     O      -1.787498     -1.117562      -0.702283 43999 
     O      -3.024527     -1.099070      -0.088732 44000 
     H      -2.530029     -0.620845       1.042565 44001 
     O      -0.954110      0.629430       2.114215 44002 
     C      -1.701905      1.329613      -0.918313 44003 
     H      -1.213781      2.201456      -0.488764 44004 
     H      -2.770535      1.359185      -0.719804 44005 
     H      -1.532212      1.324965      -1.994189 44006 
     C       0.361038     -0.173357      -0.725149 44007 
     H       0.334912     -0.684699      -1.691538 44008 
     O       1.041877      1.018613      -1.021138 44009 
     O       1.186779      1.764810       0.178249 44010 
     H       2.081741      1.502607       0.444793 44011 
     C       1.097122     -1.059302       0.271551 44012 
     O       2.409310     -1.358102      -0.157359 44013 
     H       1.128002     -0.611002       1.264449 44014 
     H       0.585052     -2.021679       0.327117 44015 
     O       3.237439     -0.245784       0.174460 44016 
     H       3.857388     -0.653801       0.791368 44017 
Rotational constants (GHz):    1.4907200    0.6422800    0.6036000 44018 
Vibrational harmonic frequencies (cm-1): 44019 
    i1896.1536                   57.9096                   77.1231             44020 
      115.5423                  132.7099                  157.3701             44021 
      170.1371                  206.2902                  226.5158             44022 
      256.2934                  277.4017                  292.1986             44023 
      301.3752                  328.5989                  345.8624             44024 
      396.3935                  475.2133                  490.6217             44025 
      509.8497                  549.0497                  586.1413             44026 
      648.8746                  710.4363                  754.8312             44027 
      890.2974                  910.5666                  951.0910             44028 
      976.9533                 1005.1887                 1065.5403             44029 
     1082.1717                 1094.4843                 1118.3216             44030 
     1150.8769                 1156.2799                 1198.5665             44031 
     1256.8365                 1305.5172                 1321.0731             44032 
     1383.2814                 1397.4175                 1401.1806             44033 
     1429.8534                 1437.8726                 1481.1394             44034 
     1484.6523                 1494.2792                 1820.8544             44035 
     2004.6881                 3080.2798                 3081.3501             44036 
     3085.3561                 3141.8486                 3161.4317             44037 
     3177.7439                 3737.7359                 3821.9726             44038 
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Zero-point correction (Hartree): 0.150754 44039 
 44040 
TS.diHPCARP_I.14aldHshift.tptmmpu 44041 
--------------------------------- 44042 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14084393  44043 
Electronic state : 2-A 44044 
Cartesian coordinates (Angs): 44045 
     C      -0.740239     -0.698712       1.032809 44046 
     C      -0.931151      0.349079      -0.130531 44047 
     O      -1.777473     -0.387857      -0.986658 44048 
     O      -2.708426     -1.037621      -0.200784 44049 
     H      -1.811078     -1.358158       0.706609 44050 
     O      -0.042739     -0.725329       1.973448 44051 
     C      -1.602200      1.558601       0.502432 44052 
     H      -0.942853      2.000827       1.245013 44053 
     H      -2.539044      1.256413       0.964904 44054 
     H      -1.805708      2.291009      -0.277753 44055 
     C       0.273436      0.705875      -1.011846 44056 
     H      -0.156788      1.131094      -1.924639 44057 
     O       1.028950      1.785202      -0.518699 44058 
     O       1.453856      1.511116       0.806102 44059 
     H       2.217435      0.929197       0.668021 44060 
     C       1.088262     -0.512810      -1.456009 44061 
     O       1.261733     -1.532718      -0.496640 44062 
     H       0.540875     -1.017572      -2.251625 44063 
     H       2.057515     -0.185294      -1.836896 44064 
     O       2.294841     -1.147144       0.402464 44065 
     H       1.825063     -1.184897       1.251369 44066 
Rotational constants (GHz):    1.2401800    0.8576800    0.7711100 44067 
Vibrational harmonic frequencies (cm-1): 44068 
    i1922.6592                   83.6485                  109.5117             44069 
      145.5591                  164.9634                  190.1451             44070 
      202.7904                  219.1509                  229.6652             44071 
      245.5403                  259.6656                  266.3953             44072 
      302.7570                  319.2608                  373.2330             44073 
      431.4362                  478.9616                  500.5148             44074 
      565.9800                  567.5458                  592.7586             44075 
      636.1662                  715.0995                  779.2025             44076 
      833.9200                  933.4307                  949.9300             44077 
      974.9928                 1023.9295                 1052.3052             44078 
     1069.3816                 1101.5192                 1118.4394             44079 
     1137.3815                 1157.4098                 1204.0486             44080 
     1253.3607                 1302.6947                 1353.4455             44081 
     1383.8629                 1397.9740                 1407.6225             44082 
     1445.3860                 1457.3278                 1477.4031             44083 
     1485.3683                 1495.0448                 1816.0898             44084 
     1981.3663                 3063.9461                 3079.8026             44085 
     3080.7345                 3140.7100                 3161.4097             44086 
     3180.6904                 3733.6531                 3745.5592             44087 
Zero-point correction (Hartree): 0.151225 44088 
 44089 
TS.diHPCARP_I.14aldHshift.ttmmmmu 44090 
--------------------------------- 44091 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13908580  44092 
Electronic state : 2-A 44093 
Cartesian coordinates (Angs): 44094 
     C      -1.040892     -0.623109       1.028828 44095 
     C      -1.014930      0.443468      -0.132221 44096 
     O      -1.748846     -0.226187      -1.125433 44097 
     O      -2.816881     -0.844960      -0.499700 44098 
     H      -2.054943     -1.246788       0.524756 44099 
     O      -0.505085     -0.649713       2.063700 44100 
     C      -1.712503      1.680523       0.413881 44101 
     H      -1.154223      2.077633       1.258255 44102 
     H      -2.723250      1.425362       0.723530 44103 
     H      -1.758063      2.431889      -0.374023 44104 
     C       0.370743      0.728226      -0.714546 44105 
     H       0.263497      1.471674      -1.514619 44106 
     O       1.088493      1.286619       0.367422 44107 
     O       2.409505      1.560912      -0.057008 44108 
     H       2.869543      0.777914       0.281883 44109 
     C       1.015502     -0.512020      -1.313680 44110 
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     O       1.108076     -1.580690      -0.393991 44111 
     H       0.373669     -0.889719      -2.108168 44112 
     H       1.998619     -0.277817      -1.719679 44113 
     O       2.190359     -1.289497       0.491367 44114 
     H       2.672656     -2.124562       0.463635 44115 
Rotational constants (GHz):    1.3363600    0.7723000    0.6997300 44116 
Vibrational harmonic frequencies (cm-1): 44117 
    i1813.1004                   56.0337                   75.4710             44118 
      125.8247                  141.5948                  166.8550             44119 
      183.5534                  187.0330                  205.8003             44120 
      211.1883                  251.3961                  253.9897             44121 
      293.4905                  319.7079                  374.2798             44122 
      396.2514                  453.2970                  478.6367             44123 
      495.4881                  550.1466                  604.5275             44124 
      671.3250                  716.8306                  775.7382             44125 
      867.6776                  906.9473                  944.7071             44126 
      980.4670                 1034.6435                 1044.8840             44127 
     1067.9635                 1106.0012                 1120.5676             44128 
     1135.6950                 1164.9689                 1211.4278             44129 
     1258.6723                 1295.9668                 1366.7648             44130 
     1378.9718                 1394.9477                 1399.9028             44131 
     1423.8748                 1445.5866                 1468.6122             44132 
     1486.1540                 1495.5743                 1819.0180             44133 
     2012.6970                 3031.2468                 3077.3009             44134 
     3100.5917                 3155.6984                 3158.1830             44135 
     3177.2842                 3757.8555                 3835.8752             44136 
Zero-point correction (Hartree): 0.150621 44137 
 44138 
TS.diHPCARP_I.14aldHshift.ttmmmpu 44139 
--------------------------------- 44140 
IRC pathway available 44141 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17127064  44142 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.04878054  44143 
     T1 diagnostic:  0.022885  44144 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01012094  44145 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02344516  44146 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01800818  44147 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02821673  44148 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47279052  44149 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46181440  44150 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14444663  44151 
Electronic state : 2-A 44152 
Cartesian coordinates (Angs): 44153 
     C      -1.022852     -0.701833       0.954829 44154 
     C      -0.989144      0.473537      -0.091697 44155 
     O      -1.782110     -0.071058      -1.115667 44156 
     O      -2.863459     -0.682468      -0.510278 44157 
     H      -2.119766     -1.196503       0.451119 44158 
     O      -0.394432     -0.888773       1.924701 44159 
     C      -1.621327      1.673999       0.598625 44160 
     H      -1.023762      1.967818       1.458054 44161 
     H      -2.632399      1.427801       0.913899 44162 
     H      -1.658624      2.500016      -0.110973 44163 
     C       0.390806      0.759003      -0.685807 44164 
     H       0.290429      1.557355      -1.431013 44165 
     O       1.145426      1.227861       0.419029 44166 
     O       2.466341      1.489709      -0.010773 44167 
     H       2.895489      0.639598       0.179641 44168 
     C       0.994518     -0.459053      -1.368607 44169 
     O       1.059861     -1.592802      -0.528670 44170 
     H       0.342415     -0.763422      -2.186105 44171 
     H       1.981677     -0.226603      -1.766516 44172 
     O       2.096453     -1.380925       0.423941 44173 
     H       1.587904     -1.192334       1.229561 44174 
Rotational constants (GHz):    1.3570600    0.7861000    0.7095600 44175 
Vibrational harmonic frequencies (cm-1): 44176 
    i1969.2033                   70.7045                  108.2919             44177 
      149.0691                  155.5853                  177.5678             44178 
      200.0525                  209.9005                  230.4947             44179 
      257.5168                  266.7874                  300.7681             44180 
      332.0892                  373.8545                  399.1703             44181 
      440.8417                  465.8605                  489.7251             44182 
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      533.2087                  554.9786                  603.1278             44183 
      673.4571                  723.6222                  781.4755             44184 
      868.5427                  908.2102                  947.6838             44185 
      977.5586                 1032.9679                 1046.6308             44186 
     1068.8328                 1100.2393                 1123.9542             44187 
     1132.5477                 1158.3590                 1209.4840             44188 
     1258.1725                 1292.4939                 1363.1974             44189 
     1379.2743                 1397.3709                 1406.0574             44190 
     1444.1533                 1455.0658                 1478.4460             44191 
     1485.5378                 1495.5953                 1816.4847             44192 
     1985.9653                 3038.7986                 3079.3854             44193 
     3099.6249                 3152.2027                 3160.1978             44194 
     3178.9615                 3729.1309                 3739.2900             44195 
Zero-point correction (Hartree): 0.151518 44196 
 44197 
TS.diHPCARP_I.14aldHshift.ttmppmu 44198 
--------------------------------- 44199 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13945876  44200 
Electronic state : 2-A 44201 
Cartesian coordinates (Angs): 44202 
     C       1.141528     -0.572971       1.120119 44203 
     C       0.440156     -0.722139      -0.271544 44204 
     O       1.346643     -0.013466      -1.095829 44205 
     O       2.629048     -0.335425      -0.685339 44206 
     H       2.298182     -0.316211       0.607424 44207 
     O       0.738545     -0.789927       2.194573 44208 
     C       0.397740     -2.207621      -0.592630 44209 
     H      -0.173853     -2.741550       0.162659 44210 
     H       1.413980     -2.593076      -0.632296 44211 
     H      -0.082863     -2.344148      -1.559893 44212 
     C      -0.902005      0.006210      -0.392200 44213 
     H      -1.005315      0.296713      -1.442185 44214 
     O      -1.909074     -0.935035      -0.074255 44215 
     O      -3.145800     -0.335262      -0.447274 44216 
     H      -3.629650     -0.360142       0.387340 44217 
     C      -0.999209      1.230453       0.526483 44218 
     O       0.225279      1.918448       0.633360 44219 
     H      -1.782775      1.905937       0.187861 44220 
     H      -1.215921      0.889292       1.540539 44221 
     O       0.446479      2.599180      -0.594651 44222 
     H       1.060000      1.991486      -1.037495 44223 
Rotational constants (GHz):    1.0911300    0.8544700    0.6756600 44224 
Vibrational harmonic frequencies (cm-1): 44225 
    i1826.3722                   57.5477                   81.2765             44226 
      109.8691                  131.3191                  164.8591             44227 
      173.0495                  197.1505                  213.6570             44228 
      239.9568                  248.2464                  268.3839             44229 
      308.2955                  336.8637                  372.9146             44230 
      434.6549                  445.5947                  491.0993             44231 
      507.0558                  523.7356                  593.9143             44232 
      629.2785                  705.2415                  752.8600             44233 
      883.2782                  935.7113                  960.8583             44234 
     1012.4425                 1031.6407                 1066.5049             44235 
     1094.4284                 1104.8075                 1123.1745             44236 
     1130.8337                 1163.6906                 1195.5489             44237 
     1260.4951                 1291.2670                 1341.6111             44238 
     1371.9936                 1401.3417                 1408.8249             44239 
     1417.6674                 1451.3364                 1485.0589             44240 
     1490.7524                 1494.2498                 1828.0873             44241 
     2004.6164                 3064.2343                 3082.6038             44242 
     3084.9520                 3144.9673                 3164.8433             44243 
     3176.2923                 3736.0047                 3830.9128             44244 
Zero-point correction (Hartree): 0.150864 44245 
 44246 
TS.diHPCARP_I.14aldHshift.ttmtmpu 44247 
--------------------------------- 44248 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13825307  44249 
Electronic state : 2-A 44250 
Cartesian coordinates (Angs): 44251 
     C      -1.797467      0.201409       1.042906 44252 
     C      -1.098501      0.081697      -0.363753 44253 
     O      -1.500877     -1.217684      -0.724162 44254 



628 
 

     O      -2.842853     -1.327978      -0.415444 44255 
     H      -2.702475     -0.682978       0.733880 44256 
     O      -1.585986      0.912300       1.944043 44257 
     C      -1.693208      1.173893      -1.239172 44258 
     H      -1.484425      2.152594      -0.814799 44259 
     H      -2.766479      1.025201      -1.327636 44260 
     H      -1.238300      1.111893      -2.227464 44261 
     C       0.430032      0.075835      -0.335245 44262 
     H       0.761542     -0.175698      -1.346920 44263 
     O       0.821385      1.404916      -0.040154 44264 
     O       2.157681      1.587413      -0.488013 44265 
     H       2.652514      1.463388       0.334932 44266 
     C       0.996661     -0.917473       0.671753 44267 
     O       2.402358     -0.814158       0.779662 44268 
     H       0.642175     -0.678824       1.676202 44269 
     H       0.708293     -1.934854       0.404334 44270 
     O       2.966584     -1.241024      -0.451034 44271 
     H       3.055722     -0.403162      -0.930656 44272 
Rotational constants (GHz):    1.4214800    0.6286800    0.5763700 44273 
Vibrational harmonic frequencies (cm-1): 44274 
    i1930.0704                   32.5632                   83.6009             44275 
      119.5964                  122.6285                  154.5129             44276 
      177.3108                  184.5362                  206.7255             44277 
      246.5720                  269.9326                  317.4126             44278 
      326.8357                  364.9316                  388.9056             44279 
      414.0332                  454.2135                  483.4692             44280 
      507.9636                  527.0406                  565.1748             44281 
      621.5149                  710.4444                  778.4843             44282 
      899.3645                  913.4331                  964.8181             44283 
      988.1043                 1030.9248                 1067.3047             44284 
     1082.7434                 1098.2137                 1126.1637             44285 
     1145.7024                 1153.4495                 1208.4674             44286 
     1267.4315                 1305.3264                 1334.3627             44287 
     1371.4043                 1399.0624                 1422.4866             44288 
     1430.8670                 1441.1452                 1475.7380             44289 
     1486.0289                 1493.9978                 1820.7268             44290 
     2006.8810                 3066.9979                 3078.5586             44291 
     3080.3486                 3136.9571                 3161.0651             44292 
     3181.4153                 3746.0225                 3781.6394             44293 
Zero-point correction (Hartree): 0.150873 44294 
 44295 
TS.diHPCARP_I.14aldHshift.ttmtppu 44296 
--------------------------------- 44297 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13759803  44298 
Electronic state : 2-A 44299 
Cartesian coordinates (Angs): 44300 
     C      -1.646085     -0.313893       1.143589 44301 
     C      -1.145427      0.237380      -0.242904 44302 
     O      -1.702730     -0.728841      -1.102707 44303 
     O      -2.997148     -0.959843      -0.677934 44304 
     H      -2.654166     -0.934717       0.603977 44305 
     O      -1.261400     -0.120564       2.228790 44306 
     C      -1.748759      1.623271      -0.406660 44307 
     H      -1.415696      2.275822       0.395857 44308 
     H      -2.833490      1.549929      -0.407692 44309 
     H      -1.411837      2.035657      -1.357434 44310 
     C       0.371773      0.198235      -0.452283 44311 
     H       0.555167      0.401090      -1.511160 44312 
     O       0.915195      1.253007       0.314384 44313 
     O       2.022533      1.801317      -0.378665 44314 
     H       2.750621      1.241282      -0.065347 44315 
     C       0.957759     -1.159071      -0.084947 44316 
     O       2.288251     -1.332171      -0.534927 44317 
     H       0.909948     -1.317406       0.994725 44318 
     H       0.399631     -1.941908      -0.600153 44319 
     O       3.147943     -0.602676       0.333828 44320 
     H       3.663100     -1.307117       0.744300 44321 
Rotational constants (GHz):    1.4426500    0.6163600    0.5725400 44322 
Vibrational harmonic frequencies (cm-1): 44323 
    i1912.8456                   27.9596                   43.7644             44324 
       88.4396                  104.5495                  127.9929             44325 
      147.7772                  185.1666                  203.2002             44326 
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      236.7145                  242.0934                  273.2141             44327 
      313.9632                  339.6903                  364.5413             44328 
      405.7308                  436.7007                  488.7671             44329 
      520.0711                  537.3086                  551.8642             44330 
      610.9078                  710.0408                  770.1387             44331 
      887.8778                  929.4841                  967.2216             44332 
      978.2016                 1041.4599                 1068.6399             44333 
     1088.1316                 1094.3982                 1117.3144             44334 
     1134.8045                 1157.5174                 1204.4684             44335 
     1257.7146                 1313.7122                 1319.4730             44336 
     1370.5757                 1385.3866                 1397.4153             44337 
     1433.4908                 1464.8389                 1468.4452             44338 
     1486.1583                 1492.7577                 1821.8649             44339 
     2005.0158                 3068.4332                 3076.8554             44340 
     3079.9724                 3136.1666                 3160.7290             44341 
     3182.4651                 3741.5860                 3836.5245             44342 
Zero-point correction (Hartree): 0.150131 44343 
 44344 
TS.diHPCARP_I.14aldHshift.ttpmmpu 44345 
--------------------------------- 44346 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13966615  44347 
Electronic state : 2-A 44348 
Cartesian coordinates (Angs): 44349 
     C      -1.037901     -0.628717       0.967611 44350 
     C      -0.925001      0.520534      -0.099935 44351 
     O      -1.714374     -0.003168      -1.136255 44352 
     O      -2.831985     -0.567387      -0.548824 44353 
     H      -2.125720     -1.103198       0.432716 44354 
     O      -0.468457     -0.790499       1.977208 44355 
     C      -1.515563      1.765282       0.546117 44356 
     H      -0.940995      2.038088       1.428178 44357 
     H      -2.549767      1.577209       0.824706 44358 
     H      -1.484209      2.582283      -0.174330 44359 
     C       0.481532      0.717376      -0.668574 44360 
     H       0.446193      1.524702      -1.409034 44361 
     O       1.260932      1.129081       0.443012 44362 
     O       2.545031      1.479548      -0.053456 44363 
     H       2.591405      2.412427       0.189965 44364 
     C       1.013893     -0.547499      -1.325337 44365 
     O       0.821605     -1.687629      -0.512932 44366 
     H       0.442836     -0.744785      -2.231528 44367 
     H       2.069558     -0.434419      -1.566271 44368 
     O       1.877584     -1.754594       0.431242 44369 
     H       1.526250     -1.256979       1.186331 44370 
Rotational constants (GHz):    1.2669100    0.8117600    0.7072100 44371 
Vibrational harmonic frequencies (cm-1): 44372 
    i1942.1288                   69.4977                   83.4883             44373 
      115.9007                  153.3011                  179.7612             44374 
      189.0059                  201.3650                  205.7894             44375 
      218.5788                  256.9684                  265.1133             44376 
      295.9313                  325.0989                  367.6802             44377 
      376.8761                  396.0244                  468.9601             44378 
      488.8984                  546.3480                  607.6776             44379 
      666.1868                  721.8709                  785.2581             44380 
      866.6414                  915.7143                  950.5361             44381 
      986.4841                 1031.4291                 1046.9353             44382 
     1066.3032                 1103.3647                 1125.9769             44383 
     1133.7854                 1154.2374                 1206.4908             44384 
     1255.1082                 1297.2611                 1364.0259             44385 
     1369.6342                 1395.3447                 1403.2706             44386 
     1417.7628                 1462.3117                 1464.5695             44387 
     1486.9316                 1496.5758                 1816.6393             44388 
     1987.0285                 3040.9268                 3077.4634             44389 
     3103.4409                 3158.0213                 3159.1149             44390 
     3175.9456                 3750.2158                 3825.4727             44391 
Zero-point correction (Hartree): 0.150543 44392 
 44393 
TS.diHPCARP_I.14aldHshift.ttpppmu 44394 
--------------------------------- 44395 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13949407  44396 
Electronic state : 2-A 44397 
Cartesian coordinates (Angs): 44398 
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     C       1.164448     -0.548598       1.111168 44399 
     C       0.438221     -0.721233      -0.266037 44400 
     O       1.328289     -0.025032      -1.117908 44401 
     O       2.618943     -0.337541      -0.725127 44402 
     H       2.309120     -0.294018       0.574785 44403 
     O       0.787465     -0.758966       2.195696 44404 
     C       0.396245     -2.212721      -0.558602 44405 
     H      -0.174458     -2.731330       0.208045 44406 
     H       1.412207     -2.599545      -0.591823 44407 
     H      -0.081634     -2.369049      -1.524445 44408 
     C      -0.907257      0.003267      -0.380201 44409 
     H      -1.014675      0.297460      -1.429451 44410 
     O      -1.910801     -0.938442      -0.048403 44411 
     O      -3.159414     -0.293713      -0.267197 44412 
     H      -3.524774     -0.823317      -0.986625 44413 
     C      -1.000423      1.226317       0.540640 44414 
     O       0.223739      1.919618       0.621922 44415 
     H      -1.794901      1.894961       0.216329 44416 
     H      -1.201145      0.883847       1.556583 44417 
     O       0.422249      2.592697      -0.614763 44418 
     H       1.039112      1.989836      -1.058969 44419 
Rotational constants (GHz):    1.0940300    0.8539100    0.6760400 44420 
Vibrational harmonic frequencies (cm-1): 44421 
    i1802.9625                   61.2606                   83.8484             44422 
      116.2790                  134.0909                  166.1597             44423 
      194.0842                  202.6514                  215.7252             44424 
      242.9166                  251.2467                  268.3763             44425 
      308.7851                  336.8530                  372.3241             44426 
      434.9411                  446.4047                  486.2683             44427 
      507.2479                  525.0889                  593.0605             44428 
      629.8168                  703.9627                  751.5515             44429 
      882.3620                  935.4957                  958.8024             44430 
     1011.0910                 1030.3154                 1065.0915             44431 
     1095.3110                 1105.5331                 1120.8562             44432 
     1131.2028                 1163.7796                 1197.6063             44433 
     1259.4714                 1290.2478                 1343.9172             44434 
     1371.5705                 1399.8008                 1410.2556             44435 
     1418.5744                 1450.1317                 1485.5011             44436 
     1489.8218                 1495.6079                 1827.7134             44437 
     2007.3022                 3054.0552                 3081.3007             44438 
     3095.6307                 3155.2383                 3162.7069             44439 
     3176.1141                 3741.9788                 3821.8479             44440 
Zero-point correction (Hartree): 0.150972 44441 
 44442 
 44443 
 44444 
1,5-aldehyde-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-HPCARP-44445 
Ib) 44446 
======================================================================================44447 
= 44448 
 44449 
TS.diHPCARP_Ib.15aldHshift.umdmmudd 44450 
----------------------------------- 44451 
IRC pathway available 44452 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17292453  44453 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05078752  44454 
     T1 diagnostic:  0.023684  44455 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00667826  44456 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02462160  44457 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01325899  44458 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02883297  44459 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47791843  44460 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46871743  44461 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14630065  44462 
Electronic state : 2-A 44463 
Cartesian coordinates (Angs): 44464 
     O       1.028411      1.779450      -0.127831 44465 
     O       1.578151      1.205329       1.003651 44466 
     H       0.496643      0.587452       1.531223 44467 
     C      -0.514844     -0.076627       1.219669 44468 
     C      -0.908787      0.376333      -0.193786 44469 
     C       0.375245      0.803729      -0.934557 44470 
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     O      -1.014129     -0.907989       1.888375 44471 
     C      -1.883657      1.538693      -0.062439 44472 
     O      -1.425783     -0.714139      -0.925380 44473 
     H      -1.382254      2.388538       0.396953 44474 
     H      -2.743439      1.254194       0.537425 44475 
     H      -2.223659      1.817064      -1.059380 44476 
     O      -2.681155     -1.093448      -0.393358 44477 
     H      -2.425470     -1.720891       0.299634 44478 
     H       0.088371      1.362655      -1.826575 44479 
     C       1.239074     -0.380419      -1.348754 44480 
     O       1.405866     -1.318282      -0.301499 44481 
     H       0.729666     -0.902578      -2.158794 44482 
     H       2.212980     -0.036789      -1.694522 44483 
     O       2.706371     -1.194326       0.247476 44484 
     H       2.623109     -0.372660       0.761771 44485 
Rotational constants (GHz):    1.3324700    0.7937200    0.7222900 44486 
Vibrational harmonic frequencies (cm-1): 44487 
    i1679.4544                   69.5720                   78.1194             44488 
      148.8300                  160.6653                  175.3957             44489 
      197.0381                  214.6501                  245.9684             44490 
      267.1856                  302.6650                  323.1497             44491 
      330.9786                  354.9818                  380.0259             44492 
      394.0831                  493.9615                  510.9511             44493 
      545.8077                  577.0637                  586.0115             44494 
      618.5772                  785.3427                  831.4126             44495 
      839.4621                  933.1929                  957.9466             44496 
      972.2636                 1028.3783                 1050.7495             44497 
     1052.7827                 1088.6887                 1136.0004             44498 
     1142.9941                 1160.3369                 1221.4439             44499 
     1245.0727                 1294.7807                 1348.6689             44500 
     1365.6773                 1398.2574                 1403.4510             44501 
     1443.5166                 1465.6196                 1469.3141             44502 
     1487.0249                 1501.2111                 1685.4699             44503 
     1939.3749                 3079.6482                 3089.2035             44504 
     3107.6446                 3146.2459                 3159.1017             44505 
     3178.0613                 3673.6556                 3765.8038             44506 
Zero-point correction (Hartree): 0.151324 44507 
 44508 
TS.diHPCARP_Ib.15aldHshift.umdmpudd 44509 
----------------------------------- 44510 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14149046  44511 
Electronic state : 2-A 44512 
Cartesian coordinates (Angs): 44513 
     O      -1.132278     -1.940251      -0.246985 44514 
     O      -1.613450     -1.527946       0.983330 44515 
     H      -0.525020     -0.979833       1.495075 44516 
     C       0.486439     -0.266458       1.215964 44517 
     C       0.746403     -0.470281      -0.285595 44518 
     C      -0.603783     -0.819563      -0.939637 44519 
     O       1.058382      0.442665       1.965513 44520 
     C       1.755906     -1.596208      -0.450563 44521 
     O       1.149318      0.738250      -0.892645 44522 
     H       1.342227     -2.523786      -0.059515 44523 
     H       2.677773     -1.358617       0.073194 44524 
     H       1.971478     -1.717342      -1.511708 44525 
     O       2.427673      1.113891      -0.415718 44526 
     H       2.204938      1.598997       0.393237 44527 
     H      -0.426406     -1.180471      -1.953510 44528 
     C      -1.556281      0.368187      -0.979162 44529 
     O      -1.501802      1.090078       0.245607 44530 
     H      -1.261733      1.037281      -1.783616 44531 
     H      -2.573254      0.007309      -1.141050 44532 
     O      -1.190109      2.449166      -0.039549 44533 
     H      -1.963968      2.895586       0.325428 44534 
Rotational constants (GHz):    1.0946100    0.9743200    0.7449700 44535 
Vibrational harmonic frequencies (cm-1): 44536 
    i1880.2936                   24.6972                   82.8049             44537 
      140.2912                  143.7844                  164.0224             44538 
      175.9475                  212.9866                  224.3903             44539 
      240.4109                  265.1237                  302.8239             44540 
      317.5004                  341.7582                  366.5374             44541 
      381.5403                  401.0268                  454.7266             44542 
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      525.4479                  547.1038                  584.1933             44543 
      611.4654                  777.3188                  830.2226             44544 
      882.6417                  931.9926                  936.3557             44545 
      995.1625                 1011.7338                 1049.7563             44546 
     1072.5488                 1083.5340                 1120.9330             44547 
     1143.9807                 1157.9030                 1217.7109             44548 
     1246.0037                 1285.0186                 1349.0847             44549 
     1362.4137                 1398.0385                 1404.9947             44550 
     1411.8072                 1447.4564                 1474.7227             44551 
     1486.7331                 1499.8663                 1671.3673             44552 
     1930.8172                 3079.0648                 3084.1181             44553 
     3110.1369                 3158.2728                 3158.7090             44554 
     3176.1061                 3764.5309                 3826.1080             44555 
Zero-point correction (Hartree): 0.150463 44556 
 44557 
TS.diHPCARP_Ib.15aldHshift.umdmtddd 44558 
----------------------------------- 44559 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14398286  44560 
Electronic state : 2-A 44561 
Cartesian coordinates (Angs): 44562 
     O      -1.570922     -1.605718      -0.295615 44563 
     O      -1.928186     -1.172368       0.967705 44564 
     H      -0.758330     -0.947239       1.476799 44565 
     C       0.405667     -0.491281       1.203930 44566 
     C       0.572549     -0.591316      -0.321748 44567 
     C      -0.835460     -0.577885      -0.948854 44568 
     O       1.170114     -0.012640       1.966763 44569 
     C       1.314634     -1.874061      -0.661556 44570 
     O       1.232689      0.577141      -0.786316 44571 
     H       0.686909     -2.728557      -0.416703 44572 
     H       2.249619     -1.942593      -0.112847 44573 
     H       1.530661     -1.877622      -1.729397 44574 
     O       2.597085      0.556004      -0.401911 44575 
     H       2.552426      0.771663       0.544359 44576 
     H      -0.769786     -0.906594      -1.986502 44577 
     C      -1.524626      0.780716      -0.864190 44578 
     O      -1.180410      1.454821       0.338241 44579 
     H      -1.233209      1.402216      -1.707717 44580 
     H      -2.603559      0.624206      -0.881922 44581 
     O      -0.523666      2.672816       0.028306 44582 
     H       0.375058      2.367036      -0.168945 44583 
Rotational constants (GHz):    1.1090100    0.9768300    0.7496200 44584 
Vibrational harmonic frequencies (cm-1): 44585 
    i2017.0291                   79.7741                  109.1730             44586 
      136.2427                  163.3540                  167.2463             44587 
      188.8428                  214.7538                  235.9781             44588 
      282.3889                  310.8965                  323.1555             44589 
      340.5563                  375.6414                  386.6708             44590 
      437.7418                  480.7776                  487.3583             44591 
      530.7552                  549.9760                  583.2473             44592 
      608.9987                  778.7267                  826.6144             44593 
      879.1068                  930.3820                  937.4343             44594 
      990.0695                 1015.1023                 1045.5419             44595 
     1072.4757                 1081.8520                 1123.0097             44596 
     1136.2706                 1157.6706                 1208.2725             44597 
     1243.0603                 1284.2295                 1346.3555             44598 
     1358.9311                 1393.1273                 1405.9598             44599 
     1444.9449                 1459.9521                 1476.0642             44600 
     1488.6389                 1500.2464                 1668.3321             44601 
     1923.2823                 3079.7552                 3090.3022             44602 
     3110.4336                 3152.4678                 3159.9718             44603 
     3177.2069                 3723.9520                 3750.8873             44604 
Zero-point correction (Hartree): 0.151303 44605 
 44606 
TS.diHPCARP_Ib.15aldHshift.umdppduu 44607 
----------------------------------- 44608 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14200010  44609 
Electronic state : 2-A 44610 
Cartesian coordinates (Angs): 44611 
     O       0.156195      1.777760      -0.240593 44612 
     O      -1.087115      2.374724      -0.303565 44613 
     H      -1.816524      1.354813      -0.633921 44614 
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     C      -2.025631      0.142476      -0.306177 44615 
     C      -0.677198     -0.412976       0.237988 44616 
     C       0.128936      0.777879       0.775275 44617 
     O      -3.069496     -0.395163      -0.305918 44618 
     C      -0.956016     -1.485437       1.266561 44619 
     O      -0.075662     -0.883683      -0.980464 44620 
     H      -1.547252     -2.279899       0.819038 44621 
     H      -1.522097     -1.045316       2.086807 44622 
     H      -0.032506     -1.907958       1.654016 44623 
     O       0.544151     -2.143150      -0.814239 44624 
     H       1.420591     -1.879214      -0.481280 44625 
     H      -0.383923      1.196749       1.647387 44626 
     C       1.563529      0.468999       1.180418 44627 
     O       2.275466     -0.358158       0.284684 44628 
     H       2.100476      1.408946       1.314459 44629 
     H       1.562168     -0.086081       2.118945 44630 
     O       2.546432      0.373000      -0.899424 44631 
     H       1.697584      0.329662      -1.373686 44632 
Rotational constants (GHz):    1.2659000    0.8641900    0.6581900 44633 
Vibrational harmonic frequencies (cm-1): 44634 
    i1905.1025                   43.6647                   77.4883             44635 
      141.1516                  173.1945                  198.1290             44636 
      221.0185                  248.0295                  268.2040             44637 
      280.1944                  301.0181                  304.9125             44638 
      339.9797                  379.0301                  409.1004             44639 
      448.8331                  466.0401                  489.2666             44640 
      549.5621                  567.6050                  617.7103             44641 
      651.1713                  760.5953                  818.2747             44642 
      851.8924                  895.2550                  931.9347             44643 
      984.7670                 1023.8785                 1054.9883             44644 
     1081.1659                 1117.1766                 1131.3194             44645 
     1138.9686                 1167.9756                 1221.1472             44646 
     1245.3223                 1308.5269                 1353.7938             44647 
     1370.4965                 1406.5799                 1414.0450             44648 
     1461.9716                 1468.9052                 1482.3774             44649 
     1483.5821                 1493.8944                 1657.2438             44650 
     1957.3342                 3054.2748                 3083.5749             44651 
     3086.0586                 3138.5976                 3161.3620             44652 
     3179.4999                 3664.3479                 3709.9858             44653 
Zero-point correction (Hartree): 0.151581 44654 
 44655 
TS.diHPCARP_Ib.15aldHshift.umdtmddd 44656 
----------------------------------- 44657 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14207612  44658 
Electronic state : 2-A 44659 
Cartesian coordinates (Angs): 44660 
     O      -0.872941      1.393366       0.851353 44661 
     O      -0.548108      2.249044      -0.181282 44662 
     H       0.705940      1.984097      -0.319966 44663 
     C       1.476269      0.971075      -0.461364 44664 
     C       0.877248     -0.163177       0.384099 44665 
     C      -0.652740      0.043056       0.457464 44666 
     O       2.364112      0.894023      -1.236722 44667 
     C       1.492509     -0.104823       1.775821 44668 
     O       1.082519     -1.397238      -0.275382 44669 
     H       1.158713      0.800516       2.279664 44670 
     H       2.577667     -0.116401       1.726988 44671 
     H       1.153850     -0.975541       2.335934 44672 
     O       2.455625     -1.742161      -0.225311 44673 
     H       2.809681     -1.270196      -0.994211 44674 
     H      -1.043514     -0.543602       1.288508 44675 
     C      -1.397037     -0.330857      -0.814620 44676 
     O      -2.788610     -0.182643      -0.647798 44677 
     H      -1.145362      0.352154      -1.625658 44678 
     H      -1.148960     -1.352769      -1.101319 44679 
     O      -3.202686     -1.169484       0.292409 44680 
     H      -3.764794     -1.729164      -0.256498 44681 
Rotational constants (GHz):    1.3586800    0.6681700    0.5683500 44682 
Vibrational harmonic frequencies (cm-1): 44683 
    i2045.3493                   39.3410                   51.7428             44684 
      129.5292                  144.0697                  158.5025             44685 
      179.7833                  212.4778                  223.1269             44686 
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      227.9997                  259.7210                  303.3924             44687 
      313.5799                  351.0732                  367.1340             44688 
      374.2262                  403.0075                  443.8384             44689 
      501.1692                  559.5312                  599.7511             44690 
      667.5517                  738.5375                  819.1475             44691 
      877.7352                  923.2291                  959.3963             44692 
      987.7771                 1015.2529                 1043.3926             44693 
     1085.0348                 1119.4701                 1130.2077             44694 
     1142.4494                 1179.8247                 1219.6215             44695 
     1248.7283                 1308.7986                 1328.8066             44696 
     1374.5941                 1395.4932                 1401.8939             44697 
     1429.7728                 1441.9551                 1467.9706             44698 
     1486.5976                 1500.5766                 1658.0025             44699 
     1922.8063                 3079.8889                 3089.5328             44700 
     3124.2063                 3148.2873                 3159.7426             44701 
     3176.8910                 3764.3546                 3827.3185             44702 
Zero-point correction (Hartree): 0.150559 44703 
 44704 
TS.diHPCARP_Ib.15aldHshift.umdtmudd 44705 
----------------------------------- 44706 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14298506  44707 
Electronic state : 2-A 44708 
Cartesian coordinates (Angs): 44709 
     O      -1.068378      1.115086       0.861826 44710 
     O      -0.896382      2.001418      -0.184122 44711 
     H       0.394713      1.945225      -0.323648 44712 
     C       1.316629      1.075616      -0.458411 44713 
     C       0.919257     -0.135627       0.401405 44714 
     C      -0.620539     -0.178185       0.475735 44715 
     O       2.201445      1.142521      -1.237212 44716 
     C       1.530971      0.028125       1.784985 44717 
     O       1.304289     -1.326114      -0.255377 44718 
     H       1.072085      0.879931       2.284203 44719 
     H       2.605274      0.177302       1.723774 44720 
     H       1.331291     -0.876626       2.357870 44721 
     O       2.714946     -1.450193      -0.230454 44722 
     H       2.976063     -0.947237      -1.016560 44723 
     H      -0.910928     -0.816811       1.308715 44724 
     C      -1.278168     -0.667042      -0.811729 44725 
     O      -2.650277     -0.362314      -0.845116 44726 
     H      -0.874020     -0.159781      -1.687854 44727 
     H      -1.111765     -1.740702      -0.910757 44728 
     O      -3.255151     -0.992287       0.278018 44729 
     H      -3.495540     -0.223558       0.811834 44730 
Rotational constants (GHz):    1.4860800    0.6490700    0.5826900 44731 
Vibrational harmonic frequencies (cm-1): 44732 
    i1992.6194                   49.0728                   58.3178             44733 
      127.1210                  140.6274                  163.3192             44734 
      176.6715                  207.5316                  228.4467             44735 
      260.9264                  297.6157                  307.5345             44736 
      313.8033                  347.2958                  366.7169             44737 
      369.0407                  402.0381                  446.0638             44738 
      492.5577                  559.8086                  602.0046             44739 
      702.7560                  735.3213                  818.3013             44740 
      872.7435                  922.5399                  962.6856             44741 
      992.1907                 1016.7678                 1044.3369             44742 
     1079.9347                 1123.0984                 1137.8864             44743 
     1145.2802                 1183.4075                 1224.5802             44744 
     1251.7663                 1299.3985                 1329.7150             44745 
     1375.2275                 1402.5874                 1407.7268             44746 
     1423.8608                 1442.9248                 1475.8019             44747 
     1486.9566                 1500.8366                 1659.6277             44748 
     1926.3819                 3079.2757                 3083.2015             44749 
     3121.6912                 3140.1310                 3158.2660             44750 
     3177.3751                 3767.3437                 3808.4931             44751 
Zero-point correction (Hartree): 0.150808 44752 
 44753 
TS.diHPCARP_Ib.15aldHshift.umdtpddd 44754 
----------------------------------- 44755 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14291807  44756 
Electronic state : 2-A 44757 
Cartesian coordinates (Angs): 44758 
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     O      -1.088788      1.012813       0.924969 44759 
     O      -1.108263      1.785562      -0.222991 44760 
     H       0.174034      1.844059      -0.502159 44761 
     C       1.150510      1.056166      -0.650916 44762 
     C       0.988853     -0.057661       0.392405 44763 
     C      -0.518502     -0.268289       0.650207 44764 
     O       1.929446      1.107187      -1.535860 44765 
     C       1.700426      0.373569       1.668027 44766 
     O       1.464459     -1.276969      -0.139811 44767 
     H       1.180697      1.226004       2.102227 44768 
     H       2.734543      0.640095       1.469119 44769 
     H       1.678363     -0.458679       2.370458 44770 
     O       2.875675     -1.230141      -0.247554 44771 
     H       2.997620     -0.834447      -1.123687 44772 
     H      -0.635441     -0.805463       1.592324 44773 
     C      -1.256527     -1.026639      -0.443745 44774 
     O      -2.594275     -1.257574      -0.062024 44775 
     H      -1.225345     -0.501882      -1.399085 44776 
     H      -0.803765     -2.010749      -0.555549 44777 
     O      -3.383807     -0.146445      -0.456100 44778 
     H      -3.244829      0.482722       0.265454 44779 
Rotational constants (GHz):    1.5492300    0.6339600    0.5760900 44780 
Vibrational harmonic frequencies (cm-1): 44781 
    i1907.7198                   53.9834                   75.2545             44782 
      131.0745                  144.0451                  160.2976             44783 
      174.2377                  217.0415                  233.0388             44784 
      258.8723                  291.8742                  312.1601             44785 
      330.1369                  367.5748                  376.9285             44786 
      388.1795                  408.3123                  445.0465             44787 
      502.6149                  559.6989                  598.1360             44788 
      646.3171                  743.3000                  820.4119             44789 
      875.0663                  927.7807                  959.6534             44790 
      987.5947                 1016.7899                 1043.9033             44791 
     1095.5109                 1115.8085                 1132.9841             44792 
     1141.9667                 1176.2889                 1221.9515             44793 
     1251.8983                 1305.7117                 1326.4352             44794 
     1369.6334                 1401.3474                 1414.4108             44795 
     1430.4720                 1440.2690                 1463.2799             44796 
     1485.9244                 1500.9719                 1666.8285             44797 
     1928.8406                 3079.5229                 3091.0207             44798 
     3109.1653                 3151.0937                 3158.9747             44799 
     3177.2509                 3769.2140                 3791.9645             44800 
Zero-point correction (Hartree): 0.150924 44801 
 44802 
TS.diHPCARP_Ib.15aldHshift.updmmudd 44803 
----------------------------------- 44804 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14285764  44805 
Electronic state : 2-A 44806 
Cartesian coordinates (Angs): 44807 
     O      -0.725341     -0.772946      -1.658167 44808 
     O      -1.570500     -1.382723      -0.748798 44809 
     H      -0.733772     -1.618752       0.269241 44810 
     C       0.252163     -1.176243       0.906293 44811 
     C       0.979873     -0.241437      -0.062707 44812 
     C      -0.043015      0.330066      -1.066696 44813 
     O       0.537783     -1.461484       2.008738 44814 
     C       2.048192     -1.081220      -0.753961 44815 
     O       1.524156      0.774010       0.755530 44816 
     H       1.586233     -1.890539      -1.316368 44817 
     H       2.724890     -1.499093      -0.010288 44818 
     H       2.605255     -0.451119      -1.444841 44819 
     O       2.158553      1.712367      -0.111641 44820 
     H       3.062440      1.696575       0.226142 44821 
     H       0.495112      0.771122      -1.906045 44822 
     C      -0.930808      1.394676      -0.437827 44823 
     O      -1.454990      0.993198       0.814676 44824 
     H      -0.314319      2.274711      -0.252430 44825 
     H      -1.746158      1.657806      -1.110122 44826 
     O      -2.816870      0.630182       0.665093 44827 
     H      -2.740441     -0.236591       0.230648 44828 
Rotational constants (GHz):    1.2178400    0.8127400    0.7600100 44829 
Vibrational harmonic frequencies (cm-1): 44830 
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    i1683.2010                   70.6917                   74.9705             44831 
      132.0327                  158.2959                  180.7074             44832 
      200.7773                  216.5745                  219.9661             44833 
      235.8456                  262.7191                  294.6682             44834 
      319.1226                  338.2718                  380.7300             44835 
      408.5540                  497.2102                  514.2249             44836 
      528.8105                  559.6320                  588.3845             44837 
      636.0602                  772.0710                  803.0225             44838 
      852.5752                  944.3509                  964.0294             44839 
      972.8654                 1024.9564                 1043.8263             44840 
     1050.0589                 1070.5058                 1129.8083             44841 
     1143.1216                 1165.0098                 1214.5646             44842 
     1231.7549                 1297.2915                 1350.4103             44843 
     1369.3969                 1395.0099                 1398.5282             44844 
     1400.9447                 1468.1446                 1469.3504             44845 
     1491.2601                 1499.5209                 1678.2474             44846 
     1958.7669                 3076.4643                 3090.1587             44847 
     3114.9378                 3146.2841                 3160.0681             44848 
     3161.9374                 3682.7605                 3829.4328             44849 
Zero-point correction (Hartree): 0.150905 44850 
 44851 
TS.diHPCARP_Ib.15aldHshift.updmtddd 44852 
----------------------------------- 44853 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14190324  44854 
Electronic state : 2-A 44855 
Cartesian coordinates (Angs): 44856 
     O      -1.123120      1.590186      -1.003494 44857 
     O      -0.708967      2.344865       0.078416 44858 
     H      -0.820705      1.475031       1.029274 44859 
     C      -0.695502      0.238368       1.334334 44860 
     C      -0.727920     -0.524250       0.001872 44861 
     C      -0.290834      0.441827      -1.115372 44862 
     O      -0.561865     -0.210154       2.413331 44863 
     C      -2.145047     -1.037422      -0.202812 44864 
     O       0.203902     -1.582926       0.180610 44865 
     H      -2.838113     -0.201664      -0.276558 44866 
     H      -2.432558     -1.670297       0.635428 44867 
     H      -2.192871     -1.608030      -1.129301 44868 
     O       0.347256     -2.252516      -1.067826 44869 
     H      -0.031627     -3.118023      -0.867840 44870 
     H      -0.543107      0.019128      -2.087394 44871 
     C       1.196414      0.772143      -1.055219 44872 
     O       1.652058      0.857792       0.288752 44873 
     H       1.767233      0.001074      -1.567748 44874 
     H       1.360308      1.735325      -1.539335 44875 
     O       2.641901     -0.131756       0.519425 44876 
     H       2.099434     -0.900471       0.752940 44877 
Rotational constants (GHz):    1.0160700    0.9851900    0.8203900 44878 
Vibrational harmonic frequencies (cm-1): 44879 
    i1971.3119                   71.1920                  106.5125             44880 
      124.4296                  156.3942                  176.4481             44881 
      186.5363                  220.4610                  227.5651             44882 
      244.9933                  263.6914                  294.6533             44883 
      320.8997                  339.2242                  383.3512             44884 
      408.6008                  432.1501                  478.7736             44885 
      524.5142                  534.7622                  579.9415             44886 
      634.2004                  771.9008                  795.8205             44887 
      887.1621                  931.9755                  950.9987             44888 
      988.8932                 1016.9837                 1032.6127             44889 
     1060.6194                 1071.0049                 1119.6418             44890 
     1136.2079                 1165.8941                 1199.9730             44891 
     1234.2298                 1287.9685                 1348.9407             44892 
     1360.7277                 1391.7985                 1400.0839             44893 
     1402.0179                 1451.8737                 1474.4621             44894 
     1493.3930                 1499.4540                 1667.5534             44895 
     1947.5031                 3073.8477                 3090.6911             44896 
     3119.8544                 3154.3569                 3154.5778             44897 
     3162.3876                 3757.3829                 3818.5428             44898 
Zero-point correction (Hartree): 0.150657 44899 
 44900 
TS.diHPCARP_Ib.15aldHshift.upumpddd 44901 
----------------------------------- 44902 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14181934  44903 
Electronic state : 2-A 44904 
Cartesian coordinates (Angs): 44905 
     O       1.627708     -1.118272      -0.951449 44906 
     O       1.685808     -1.780370       0.259047 44907 
     H       1.556448     -0.770836       1.069897 44908 
     C       0.939647      0.327423       1.242747 44909 
     C       0.467375      0.786848      -0.144266 44910 
     C       0.370908     -0.454196      -1.059999 44911 
     O       0.721757      0.838872       2.279518 44912 
     C       1.475964      1.789040      -0.691091 44913 
     O      -0.777058      1.417372       0.111517 44914 
     H       1.603152      2.603917       0.018859 44915 
     H       2.435132      1.309402      -0.875213 44916 
     H       1.087753      2.188993      -1.627271 44917 
     O      -1.480802      1.544230      -1.116275 44918 
     H      -2.210692      0.922496      -0.963014 44919 
     H       0.335354     -0.125718      -2.097724 44920 
     C      -0.790046     -1.408938      -0.772772 44921 
     O      -1.247336     -1.385983       0.568046 44922 
     H      -0.431668     -2.421948      -0.952851 44923 
     H      -1.631117     -1.212202      -1.434584 44924 
     O      -2.450835     -0.624200       0.630960 44925 
     H      -2.161390      0.131651       1.163281 44926 
Rotational constants (GHz):    1.0687400    0.9601500    0.8150400 44927 
Vibrational harmonic frequencies (cm-1): 44928 
    i1910.4942                   60.3742                  105.3507             44929 
      140.1260                  151.5024                  177.5520             44930 
      212.4358                  218.4943                  233.3668             44931 
      253.8167                  297.4174                  318.1914             44932 
      325.9044                  371.7545                  407.1527             44933 
      430.1183                  487.7944                  513.6274             44934 
      528.2073                  540.7862                  589.8137             44935 
      626.7168                  769.8922                  792.4590             44936 
      884.4162                  929.1020                  952.3459             44937 
      983.5759                 1016.6907                 1037.4754             44938 
     1065.6503                 1078.4728                 1123.9022             44939 
     1137.4437                 1161.8870                 1207.3770             44940 
     1236.0556                 1303.9492                 1344.8471             44941 
     1365.2267                 1397.3782                 1406.5328             44942 
     1434.2901                 1449.9652                 1472.5521             44943 
     1492.7894                 1496.5850                 1669.2610             44944 
     1947.0233                 3075.1455                 3098.0448             44945 
     3123.8129                 3150.9430                 3156.3524             44946 
     3167.7409                 3734.9342                 3774.2627             44947 
Zero-point correction (Hartree): 0.151336 44948 
 44949 
TS.diHPCARP_Ib.15aldHshift.upupmudd 44950 
----------------------------------- 44951 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14329995  44952 
Electronic state : 2-A 44953 
Cartesian coordinates (Angs): 44954 
     O       1.460834     -1.382340      -0.959634 44955 
     O       1.874848     -1.781130       0.299832 44956 
     H       1.944703     -0.627925       0.909304 44957 
     C       1.292464      0.450897       1.089258 44958 
     C       0.527331      0.691254      -0.212078 44959 
     C       0.229824     -0.682141      -0.852969 44960 
     O       1.233358      1.050413       2.098882 44961 
     C       1.414410      1.551740      -1.102759 44962 
     O      -0.657994      1.371452       0.170506 44963 
     H       2.336387      1.023812      -1.338712 44964 
     H       1.646692      2.485621      -0.594284 44965 
     H       0.879619      1.769919      -2.024565 44966 
     O      -1.418385      1.641644      -0.999368 44967 
     H      -2.005311      0.863927      -1.026054 44968 
     H      -0.079558     -0.522657      -1.886782 44969 
     C      -0.817901     -1.524983      -0.124291 44970 
     O      -2.101271     -0.916374      -0.217488 44971 
     H      -0.867772     -2.501302      -0.607750 44972 
     H      -0.570846     -1.669675       0.924462 44973 
     O      -2.529172     -0.495142       1.068131 44974 



638 
 

     H      -2.058435      0.349491       1.174531 44975 
Rotational constants (GHz):    1.1100100    0.8718100    0.7360000 44976 
Vibrational harmonic frequencies (cm-1): 44977 
    i1919.5760                   48.6994                   87.1618             44978 
      143.1698                  175.8361                  196.2027             44979 
      203.2450                  210.7534                  242.5535             44980 
      246.1969                  283.0336                  316.4233             44981 
      360.5942                  374.0928                  407.2000             44982 
      483.4648                  503.0554                  513.9936             44983 
      533.3134                  576.8642                  622.2355             44984 
      646.5710                  720.6794                  772.4322             44985 
      900.3589                  951.7204                  964.5106             44986 
      989.7751                 1033.9811                 1038.6541             44987 
     1081.2930                 1110.0941                 1114.5613             44988 
     1130.6106                 1190.2422                 1213.1567             44989 
     1228.8634                 1281.6099                 1337.1050             44990 
     1371.7108                 1399.3975                 1405.1319             44991 
     1461.5586                 1484.2981                 1488.2259             44992 
     1495.0167                 1498.8867                 1662.6417             44993 
     1951.4503                 3080.6472                 3091.6608             44994 
     3105.8973                 3159.2080                 3164.5278             44995 
     3168.5359                 3654.0590                 3723.5970             44996 
Zero-point correction (Hartree): 0.151728 44997 
 44998 
TS.diHPCARP_Ib.15aldHshift.upuppudd 44999 
----------------------------------- 45000 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14567427  45001 
Electronic state : 2-A 45002 
Cartesian coordinates (Angs): 45003 
     O       0.402719      1.744911       0.984839 45004 
     O       1.057965      2.327372      -0.085791 45005 
     H       1.863747      1.344617      -0.410814 45006 
     C       1.903568      0.090081      -0.587954 45007 
     C       0.774000     -0.509926       0.259952 45008 
     C      -0.279110      0.587127       0.525782 45009 
     O       2.631893     -0.464490      -1.325473 45010 
     C       1.405367     -1.012803       1.552100 45011 
     O       0.255001     -1.556111      -0.536098 45012 
     H       1.822304     -0.180218       2.116448 45013 
     H       2.191536     -1.729224       1.321616 45014 
     H       0.636755     -1.501567       2.146904 45015 
     O      -0.779333     -2.192778       0.202675 45016 
     H      -1.564460     -1.785829      -0.199154 45017 
     H      -0.912296      0.286886       1.360111 45018 
     C      -1.153976      0.909715      -0.684244 45019 
     O      -2.218452     -0.018380      -0.827346 45020 
     H      -1.545174      1.922392      -0.581123 45021 
     H      -0.608669      0.826108      -1.623725 45022 
     O      -3.089248      0.146362       0.287953 45023 
     H      -3.867208      0.536582      -0.130145 45024 
Rotational constants (GHz):    1.2057100    0.8181900    0.6332900 45025 
Vibrational harmonic frequencies (cm-1): 45026 
    i1854.7696                   53.9371                   85.3675             45027 
      133.5249                  156.5320                  183.8690             45028 
      197.3911                  207.9942                  229.8114             45029 
      246.5839                  255.8912                  281.3056             45030 
      323.2136                  344.4111                  382.9875             45031 
      406.8384                  497.5781                  511.1998             45032 
      517.8649                  548.7458                  576.0797             45033 
      631.0515                  728.5100                  778.0462             45034 
      900.2783                  952.6884                  965.2290             45035 
      995.2984                 1031.2855                 1039.7214             45036 
     1073.2671                 1099.5826                 1115.3993             45037 
     1135.6242                 1183.4652                 1217.1217             45038 
     1238.0234                 1295.1019                 1334.2946             45039 
     1367.0122                 1396.7222                 1399.6808             45040 
     1425.1606                 1447.7723                 1472.6427             45041 
     1489.3504                 1499.7402                 1661.8929             45042 
     1951.9329                 3078.7963                 3086.6600             45043 
     3123.5778                 3148.1789                 3161.8658             45044 
     3167.4314                 3719.7331                 3818.3626             45045 
Zero-point correction (Hartree): 0.150978 45046 
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 45047 
TS.diHPCARP_Ib.15aldHshift.upuptddd 45048 
----------------------------------- 45049 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14330609  45050 
Electronic state : 2-A 45051 
Cartesian coordinates (Angs): 45052 
     O      -0.670581      1.707894      -1.078965 45053 
     O      -0.990104      2.350536       0.103425 45054 
     H      -1.684292      1.399226       0.689431 45055 
     C      -1.702961      0.154133       0.915366 45056 
     C      -0.864654     -0.508514      -0.187158 45057 
     C       0.092351      0.551007      -0.775334 45058 
     O      -2.219982     -0.356261       1.839032 45059 
     C      -1.837786     -1.036454      -1.233353 45060 
     O      -0.163402     -1.539236       0.476754 45061 
     H      -2.381193     -0.212443      -1.692904 45062 
     H      -2.540977     -1.722560      -0.765279 45063 
     H      -1.273888     -1.567018      -1.997567 45064 
     O       0.611107     -2.234702      -0.492061 45065 
     H       1.481679     -1.824926      -0.356472 45066 
     H       0.466195      0.201613      -1.738641 45067 
     C       1.267353      0.888890       0.139034 45068 
     O       2.296995     -0.033479      -0.192754 45069 
     H       1.593689      1.911196      -0.057724 45070 
     H       1.018316      0.780601       1.194659 45071 
     O       3.334380      0.123962       0.760253 45072 
     H       4.007343      0.590228       0.247694 45073 
Rotational constants (GHz):    1.1524700    0.7752800    0.6212800 45074 
Vibrational harmonic frequencies (cm-1): 45075 
    i1832.1035                   50.8479                   82.8131             45076 
      129.8631                  151.3384                  174.7652             45077 
      188.4622                  212.1103                  230.5893             45078 
      250.3199                  252.0744                  264.6651             45079 
      323.7549                  334.0026                  354.1185             45080 
      379.3017                  434.4637                  510.3398             45081 
      541.4897                  555.3013                  570.8687             45082 
      643.8650                  732.4332                  781.2128             45083 
      915.3964                  960.6324                  983.6699             45084 
     1024.2311                 1033.2993                 1037.7935             45085 
     1075.8791                 1102.3394                 1132.9532             45086 
     1134.8564                 1184.6409                 1215.7861             45087 
     1229.8620                 1265.0980                 1339.8785             45088 
     1360.8646                 1400.2993                 1412.5485             45089 
     1428.5014                 1464.6349                 1489.2796             45090 
     1500.5325                 1513.0584                 1662.7081             45091 
     1954.1007                 3075.9142                 3078.1366             45092 
     3108.7079                 3133.5719                 3161.6357             45093 
     3166.4079                 3702.9912                 3812.1405             45094 
Zero-point correction (Hartree): 0.150841 45095 
 45096 
TS.diHPCARP_Ib.15aldHshift.uputmudd 45097 
----------------------------------- 45098 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14137791  45099 
Electronic state : 2-A 45100 
Cartesian coordinates (Angs): 45101 
     O       0.419699      1.678217       1.060377 45102 
     O       1.134083      2.297380       0.051206 45103 
     H       1.893400      1.313263      -0.361948 45104 
     C       1.863699      0.080914      -0.674770 45105 
     C       0.786061     -0.534193       0.215698 45106 
     C      -0.270077      0.552789       0.524635 45107 
     O       2.491816     -0.418773      -1.533692 45108 
     C       1.492606     -1.007131       1.482570 45109 
     O       0.238329     -1.600469      -0.531063 45110 
     H       1.955760     -0.165474       1.993720 45111 
     H       2.252397     -1.741598       1.221981 45112 
     H       0.760245     -1.468390       2.141169 45113 
     O      -0.721605     -2.258091       0.285540 45114 
     H      -1.548767     -1.832798       0.004443 45115 
     H      -0.894588      0.200613       1.345837 45116 
     C      -1.159408      0.928575      -0.663260 45117 
     O      -2.529621      0.943851      -0.328406 45118 
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     H      -0.942750      1.951935      -0.962371 45119 
     H      -1.003983      0.263832      -1.515397 45120 
     O      -2.914291     -0.429779      -0.196296 45121 
     H      -3.696266     -0.345797       0.361989 45122 
Rotational constants (GHz):    1.1587600    0.8219500    0.6226600 45123 
Vibrational harmonic frequencies (cm-1): 45124 
    i1888.5266                   29.6614                   66.9441             45125 
      120.3352                  127.4581                  148.9651             45126 
      188.0118                  203.6594                  213.5400             45127 
      236.3346                  251.4543                  307.7952             45128 
      320.4276                  323.3156                  356.1470             45129 
      412.0922                  473.3717                  490.4304             45130 
      518.5499                  554.6487                  563.7755             45131 
      639.6687                  749.7996                  799.4692             45132 
      914.3437                  936.5089                  961.3189             45133 
      979.6481                 1025.6207                 1037.9338             45134 
     1080.8016                 1104.0346                 1110.1587             45135 
     1127.1109                 1169.5307                 1217.6951             45136 
     1230.4845                 1288.1987                 1320.0486             45137 
     1363.6690                 1398.8753                 1418.5684             45138 
     1432.9074                 1473.3677                 1487.4215             45139 
     1491.0173                 1500.0447                 1666.1885             45140 
     1952.0737                 3079.7976                 3081.0439             45141 
     3118.4844                 3157.3263                 3164.2014             45142 
     3169.4944                 3707.7122                 3847.0980             45143 
Zero-point correction (Hartree): 0.150606 45144 
 45145 
TS.diHPCARP_Ib.15aldHshift.utdmmudd 45146 
----------------------------------- 45147 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14427094  45148 
Electronic state : 2-A 45149 
Cartesian coordinates (Angs): 45150 
     O       0.446329      1.435625      -1.068498 45151 
     O       0.661775      1.805697       0.241258 45152 
     H      -0.583755      1.557058       0.717535 45153 
     C      -1.552437      0.825169       0.484812 45154 
     C      -1.020253     -0.388305      -0.340403 45155 
     C       0.232023      0.025030      -1.161149 45156 
     O      -2.659555      1.021668       0.815670 45157 
     C      -2.119783     -0.920141      -1.240173 45158 
     O      -0.771653     -1.414820       0.604147 45159 
     H      -2.999969     -1.150049      -0.645740 45160 
     H      -2.376636     -0.177946      -1.994445 45161 
     H      -1.771165     -1.825504      -1.737431 45162 
     O      -0.234255     -0.854216       1.794566 45163 
     H       0.723120     -0.871043       1.598869 45164 
     H      -0.018507     -0.087573      -2.218351 45165 
     C       1.480736     -0.824340      -0.955034 45166 
     O       2.036507     -0.823208       0.345465 45167 
     H       2.248957     -0.508715      -1.661058 45168 
     H       1.215393     -1.865238      -1.148149 45169 
     O       2.914416      0.280491       0.482351 45170 
     H       2.292338      1.014635       0.640780 45171 
Rotational constants (GHz):    1.4007800    0.7778700    0.7332100 45172 
Vibrational harmonic frequencies (cm-1): 45173 
    i1555.0321                   53.6647                  100.4691             45174 
      123.9677                  166.4364                  200.8767             45175 
      235.4884                  251.3499                  264.3142             45176 
      272.6118                  295.7949                  317.6370             45177 
      356.9105                  392.8106                  463.5341             45178 
      488.7502                  509.7820                  540.1763             45179 
      564.8532                  587.0986                  622.4107             45180 
      648.5833                  761.9853                  825.4524             45181 
      846.7031                  933.2068                  944.9417             45182 
      970.1773                 1037.1659                 1055.5954             45183 
     1067.4882                 1085.5346                 1129.8545             45184 
     1147.0517                 1183.1672                 1200.0597             45185 
     1237.8375                 1326.7699                 1363.9823             45186 
     1384.5478                 1406.4799                 1414.8737             45187 
     1455.1075                 1479.7297                 1485.0341             45188 
     1492.9760                 1496.3053                 1718.6435             45189 
     1966.3682                 3072.2419                 3078.0284             45190 
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     3089.8423                 3136.0612                 3148.5282             45191 
     3175.4864                 3582.3557                 3634.9417             45192 
Zero-point correction (Hartree): 0.152163 45193 
 45194 
TS.diHPCARP_Ib.15aldHshift.utdppddd 45195 
----------------------------------- 45196 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14297624  45197 
Electronic state : 2-A 45198 
Cartesian coordinates (Angs): 45199 
     O       0.562097      1.996708       0.505421 45200 
     O       1.120595      2.124209      -0.753286 45201 
     H       1.805760      1.002041      -0.793562 45202 
     C       1.801539     -0.200291      -0.420316 45203 
     C       0.573119     -0.400080       0.501776 45204 
     C      -0.308434      0.869791       0.528414 45205 
     O       2.595571     -1.012008      -0.717349 45206 
     C       1.106184     -0.681971       1.900379 45207 
     O      -0.111181     -1.576743       0.114713 45208 
     H       1.585032      0.211355       2.298388 45209 
     H       1.821248     -1.500273       1.866120 45210 
     H       0.273301     -0.954251       2.548991 45211 
     O      -0.229248     -1.611377      -1.301953 45212 
     H      -1.143326     -1.296880      -1.416099 45213 
     H      -0.771007      0.925310       1.513404 45214 
     C      -1.404898      1.051970      -0.521048 45215 
     O      -2.290225     -0.048486      -0.633113 45216 
     H      -1.960021      1.955034      -0.261640 45217 
     H      -0.983150      1.163709      -1.517930 45218 
     O      -2.772926     -0.393579       0.656788 45219 
     H      -2.230355     -1.172346       0.857330 45220 
Rotational constants (GHz):    1.2028500    0.8646700    0.6975900 45221 
Vibrational harmonic frequencies (cm-1): 45222 
    i1784.6655                   45.1350                   95.6101             45223 
      133.1351                  162.6117                  207.7065             45224 
      231.0051                  238.7642                  250.9714             45225 
      269.4122                  288.7198                  323.7572             45226 
      347.0657                  384.1550                  406.5245             45227 
      430.2923                  458.7077                  505.5644             45228 
      550.0226                  568.6836                  619.4877             45229 
      644.8709                  695.5013                  802.5483             45230 
      897.9394                  937.4400                  958.4728             45231 
      998.7224                 1025.5745                 1053.4371             45232 
     1058.0798                 1106.9165                 1115.1395             45233 
     1134.1996                 1197.2873                 1205.2659             45234 
     1243.1863                 1288.0843                 1343.7133             45235 
     1398.2607                 1407.9072                 1413.1432             45236 
     1439.8720                 1466.2930                 1489.1398             45237 
     1498.0778                 1503.3022                 1673.4058             45238 
     1961.1403                 3070.3724                 3082.1341             45239 
     3114.2668                 3148.7644                 3156.8628             45240 
     3171.9118                 3671.4797                 3746.7588             45241 
Zero-point correction (Hartree): 0.151810 45242 
 45243 
TS.diHPCARP_Ib.15aldHshift.utdppudd 45244 
----------------------------------- 45245 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14313487  45246 
Electronic state : 2-A 45247 
Cartesian coordinates (Angs): 45248 
     O       0.251669      2.010644       0.402198 45249 
     O       0.806639      2.193152      -0.854152 45250 
     H       1.668142      1.179651      -0.865088 45251 
     C       1.828044     -0.016311      -0.507771 45252 
     C       0.741767     -0.318718       0.541885 45253 
     C      -0.381490      0.735122       0.440619 45254 
     O       2.650163     -0.742277      -0.927905 45255 
     C       1.414065     -0.230469       1.908416 45256 
     O       0.310026     -1.654257       0.441976 45257 
     H       1.736093      0.790400       2.102126 45258 
     H       2.269765     -0.901027       1.939983 45259 
     H       0.694104     -0.531007       2.668745 45260 
     O      -0.045586     -1.950390      -0.900831 45261 
     H      -1.013669     -1.918287      -0.843781 45262 
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     H      -0.940203      0.727850       1.376884 45263 
     C      -1.374082      0.628221      -0.715517 45264 
     O      -2.290265     -0.440450      -0.547239 45265 
     H      -1.908967      1.576800      -0.788645 45266 
     H      -0.885922      0.418770      -1.664150 45267 
     O      -3.065230     -0.184538       0.615505 45268 
     H      -3.928496      0.014707       0.231709 45269 
Rotational constants (GHz):    1.2105500    0.8099100    0.6562100 45270 
Vibrational harmonic frequencies (cm-1): 45271 
    i1778.2306                   46.8084                   82.2428             45272 
      143.8768                  154.0333                  191.4663             45273 
      202.6108                  216.7642                  228.2233             45274 
      238.6465                  250.1296                  283.8319             45275 
      317.7163                  350.6816                  387.8952             45276 
      417.2567                  447.0093                  505.7190             45277 
      517.7164                  547.4855                  583.9203             45278 
      617.9309                  714.1348                  811.6189             45279 
      894.1401                  943.8213                  962.3614             45280 
      989.8382                 1028.2263                 1046.9049             45281 
     1067.6676                 1104.2293                 1110.7710             45282 
     1129.7618                 1197.2263                 1209.9980             45283 
     1247.1934                 1297.4800                 1326.8065             45284 
     1381.4091                 1402.7557                 1406.3981             45285 
     1424.5111                 1451.8723                 1480.8727             45286 
     1490.1007                 1500.0545                 1671.9147             45287 
     1958.9060                 3076.8418                 3084.5615             45288 
     3113.6386                 3158.0613                 3164.3506             45289 
     3172.6501                 3729.4694                 3819.4318             45290 
Zero-point correction (Hartree): 0.151047 45291 
 45292 
TS.diHPCARP_Ib.15aldHshift.utdtpduu 45293 
----------------------------------- 45294 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14287385  45295 
Electronic state : 2-A 45296 
Cartesian coordinates (Angs): 45297 
     O       0.339918      1.326799      -0.832506 45298 
     O      -0.255160      2.381828      -0.168943 45299 
     H      -1.363114      1.831482       0.149707 45300 
     C      -1.925433      0.671747       0.234308 45301 
     C      -0.790728     -0.340328       0.520273 45302 
     C       0.556864      0.287974       0.118188 45303 
     O      -3.052146      0.413296       0.015233 45304 
     C      -0.834503     -0.681843       2.002250 45305 
     O      -1.084548     -1.551994      -0.145628 45306 
     H      -0.755532      0.228170       2.595094 45307 
     H      -1.765193     -1.192355       2.239531 45308 
     H       0.008505     -1.328893       2.244527 45309 
     O      -1.170462     -1.298588      -1.540077 45310 
     H      -2.128282     -1.269736      -1.674569 45311 
     H       1.015791      0.738290       0.999858 45312 
     C       1.513328     -0.718136      -0.489237 45313 
     O       2.822506     -0.210958      -0.591225 45314 
     H       1.221348     -0.948268      -1.512440 45315 
     H       1.510485     -1.638780       0.097273 45316 
     O       3.333500     -0.124818       0.738113 45317 
     H       3.669971      0.779085       0.746590 45318 
Rotational constants (GHz):    1.3910900    0.6644900    0.6026800 45319 
Vibrational harmonic frequencies (cm-1): 45320 
    i2058.5110                   37.4347                   47.5955             45321 
      119.8939                  145.8071                  152.4949             45322 
      165.3987                  219.6248                  224.6654             45323 
      237.7714                  255.4259                  275.7260             45324 
      300.8193                  331.5473                  362.4603             45325 
      396.9840                  450.2514                  464.5373             45326 
      493.9793                  531.4904                  586.7543             45327 
      598.7044                  744.6795                  827.3869             45328 
      870.8109                  911.0438                  959.7951             45329 
      981.7741                 1043.1537                 1056.3326             45330 
     1079.7256                 1114.7465                 1119.5420             45331 
     1155.1444                 1183.0555                 1188.6480             45332 
     1265.5066                 1300.7002                 1335.6887             45333 
     1391.8959                 1405.1350                 1411.6808             45334 
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     1414.2589                 1432.0095                 1466.8313             45335 
     1487.7148                 1496.8579                 1675.8394             45336 
     1947.2297                 3071.0596                 3081.8158             45337 
     3096.2109                 3149.0316                 3155.5288             45338 
     3166.7348                 3791.2615                 3837.1931             45339 
Zero-point correction (Hartree): 0.150394 45340 
 45341 
TS.diHPCARP_Ib.15aldHshift.utdttudd 45342 
----------------------------------- 45343 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14340170  45344 
Electronic state : 2-A 45345 
Cartesian coordinates (Angs): 45346 
     O       0.312641      1.743631       0.646626 45347 
     O       1.104315      2.358619      -0.304767 45348 
     H       1.839687      1.357572      -0.643042 45349 
     C       1.916793      0.079395      -0.542869 45350 
     C       0.466951     -0.443589      -0.398203 45351 
     C      -0.446492      0.734812      -0.009650 45352 
     O       2.902559     -0.557488      -0.457292 45353 
     C       0.061339     -1.067912      -1.725820 45354 
     O       0.466172     -1.507085       0.530967 45355 
     H       0.147291     -0.330504      -2.522821 45356 
     H       0.704404     -1.917342      -1.945812 45357 
     H      -0.975921     -1.392053      -1.657428 45358 
     O       0.966288     -1.027848       1.771831 45359 
     H       1.870032     -1.372713       1.763517 45360 
     H      -0.867672      1.171047      -0.916537 45361 
     C      -1.576236      0.343135       0.929164 45362 
     O      -2.428971     -0.606743       0.325009 45363 
     H      -2.130824      1.239560       1.212039 45364 
     H      -1.195552     -0.153091       1.819449 45365 
     O      -3.065624      0.031344      -0.779701 45366 
     H      -3.984633      0.047043      -0.486482 45367 
Rotational constants (GHz):    1.2967100    0.7427300    0.6586300 45368 
Vibrational harmonic frequencies (cm-1): 45369 
    i2009.4646                   55.1165                   62.5664             45370 
      120.4763                  154.7133                  158.0250             45371 
      180.4353                  201.0797                  213.1118             45372 
      232.7106                  263.2735                  277.5790             45373 
      319.4956                  365.2820                  375.6334             45374 
      400.5607                  423.6530                  468.0864             45375 
      493.6200                  532.0297                  581.2084             45376 
      624.4422                  679.6804                  821.8271             45377 
      878.7110                  938.6641                  954.1661             45378 
     1035.8469                 1040.9830                 1050.4270             45379 
     1072.3497                 1109.6938                 1117.0338             45380 
     1147.0888                 1185.3505                 1194.5030             45381 
     1265.2969                 1287.4180                 1345.6890             45382 
     1392.7859                 1398.0439                 1410.1209             45383 
     1411.9576                 1424.1679                 1486.9898             45384 
     1493.9152                 1500.1136                 1676.2971             45385 
     1946.3265                 3075.5198                 3081.0100             45386 
     3099.0270                 3156.9792                 3161.1533             45387 
     3168.4083                 3794.5575                 3830.8513             45388 
Zero-point correction (Hartree): 0.150669 45389 
 45390 
TS.diHPCARP_Ib.15aldHshift.utummduu 45391 
----------------------------------- 45392 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14206051  45393 
Electronic state : 2-A 45394 
Cartesian coordinates (Angs): 45395 
     O       0.233946      1.771367      -0.098016 45396 
     O       1.115736      1.920791      -1.154073 45397 
     H       1.811531      0.797510      -1.052990 45398 
     C       1.746835     -0.425004      -0.760019 45399 
     C       0.452861     -0.606026       0.086565 45400 
     C      -0.489951      0.551132      -0.263177 45401 
     O       2.478984     -1.257945      -1.143594 45402 
     C      -0.140575     -1.981845      -0.134008 45403 
     O       0.841260     -0.536558       1.454292 45404 
     H       0.651667     -2.725091      -0.088093 45405 
     H      -0.633302     -2.030149      -1.104044 45406 
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     H      -0.882392     -2.181962       0.635285 45407 
     O       1.917209      0.381765       1.612682 45408 
     H       1.478959      1.244189       1.540470 45409 
     H      -0.817110      0.474606      -1.302124 45410 
     C      -1.697820      0.676566       0.655953 45411 
     O      -2.620106     -0.374239       0.477974 45412 
     H      -1.396866      0.599072       1.701102 45413 
     H      -2.171287      1.644141       0.478690 45414 
     O      -3.119494     -0.283897      -0.852545 45415 
     H      -4.049586     -0.081527      -0.693942 45416 
Rotational constants (GHz):    1.3073900    0.7029500    0.6379500 45417 
Vibrational harmonic frequencies (cm-1): 45418 
    i1706.1816                   23.9047                   58.1421             45419 
      116.9648                  135.1339                  167.9584             45420 
      188.5069                  210.3576                  222.3842             45421 
      255.3254                  274.2611                  294.6705             45422 
      317.4779                  335.8214                  389.7898             45423 
      419.1815                  449.7771                  464.2592             45424 
      481.3607                  518.7900                  589.1044             45425 
      621.6539                  697.8858                  805.1199             45426 
      879.0050                  927.4078                  955.6458             45427 
     1025.5726                 1046.9681                 1049.4650             45428 
     1074.7560                 1102.3830                 1123.0844             45429 
     1135.4212                 1185.0339                 1204.8360             45430 
     1257.6873                 1292.0553                 1329.1400             45431 
     1392.2063                 1397.5216                 1413.8258             45432 
     1426.5878                 1441.0129                 1483.6723             45433 
     1485.5241                 1492.9403                 1677.7266             45434 
     1963.2090                 3073.8215                 3084.2618             45435 
     3095.7082                 3137.9599                 3164.3462             45436 
     3176.8307                 3748.3961                 3828.4477             45437 
Zero-point correction (Hartree): 0.150610 45438 
 45439 
TS.diHPCARP_Ib.15aldHshift.utummudd 45440 
----------------------------------- 45441 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14461922  45442 
Electronic state : 2-A 45443 
Cartesian coordinates (Angs): 45444 
     O       0.735132      1.806862      -0.481615 45445 
     O       1.259804      1.566443       0.778070 45446 
     H       0.245698      0.963311       1.401839 45447 
     C      -0.705586      0.155377       1.234640 45448 
     C      -1.090575      0.286682      -0.234326 45449 
     C       0.179624      0.615186      -1.047737 45450 
     O      -1.155550     -0.564066       2.051043 45451 
     C      -2.100174      1.428511      -0.326092 45452 
     O      -1.798946     -0.846643      -0.688584 45453 
     H      -1.638896      2.366525      -0.027395 45454 
     H      -2.955819      1.216130       0.311262 45455 
     H      -2.437389      1.508179      -1.358706 45456 
     O      -1.078712     -2.038154      -0.428204 45457 
     H      -1.377326     -2.268163       0.464092 45458 
     H      -0.136526      0.937318      -2.041704 45459 
     C       1.169474     -0.529445      -1.206101 45460 
     O       1.518254     -1.140184       0.023303 45461 
     H       0.706264     -1.298278      -1.822939 45462 
     H       2.072313     -0.166898      -1.696188 45463 
     O       2.797992     -0.682548       0.427370 45464 
     H       2.581312      0.190337       0.796370 45465 
Rotational constants (GHz):    1.2202200    0.8875000    0.7618800 45466 
Vibrational harmonic frequencies (cm-1): 45467 
    i1809.1775                   59.8998                  106.4922             45468 
      156.2557                  173.1668                  184.1335             45469 
      209.9786                  231.3467                  240.4391             45470 
      256.7681                  285.7601                  312.9448             45471 
      337.7621                  371.5781                  403.7374             45472 
      427.1970                  455.4235                  514.3708             45473 
      535.5394                  572.1176                  602.6051             45474 
      626.2777                  800.0775                  819.4910             45475 
      850.9307                  943.2685                  949.3488             45476 
      972.9540                 1020.4896                 1045.0900             45477 
     1055.7711                 1068.6230                 1113.8997             45478 
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     1139.6557                 1173.3759                 1211.8010             45479 
     1236.3670                 1298.0575                 1354.4836             45480 
     1358.9867                 1398.8552                 1405.5618             45481 
     1428.5703                 1460.4243                 1474.6393             45482 
     1490.5958                 1499.3663                 1682.0864             45483 
     1943.4211                 3079.3527                 3091.2772             45484 
     3102.9058                 3147.4164                 3159.0748             45485 
     3175.8247                 3685.6352                 3776.5265             45486 
Zero-point correction (Hartree): 0.151448 45487 
 45488 
TS.diHPCARP_Ib.15aldHshift.utupmuuu 45489 
----------------------------------- 45490 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14497167  45491 
Electronic state : 2-A 45492 
Cartesian coordinates (Angs): 45493 
     O       0.219850      1.815035       0.241074 45494 
     O       1.548645      2.151124       0.084627 45495 
     H       2.098585      1.003401       0.317951 45496 
     C       1.979155     -0.248505       0.124773 45497 
     C       0.534284     -0.503069      -0.404748 45498 
     C      -0.125205      0.843658      -0.742162 45499 
     O       2.817448     -1.058153       0.263712 45500 
     C       0.586198     -1.441600      -1.595716 45501 
     O      -0.130533     -1.233884       0.615616 45502 
     H       1.089734     -2.360680      -1.305463 45503 
     H       1.133597     -0.980691      -2.415816 45504 
     H      -0.425504     -1.672827      -1.929040 45505 
     O      -0.048822     -0.533162       1.846071 45506 
     H      -0.788598      0.095914       1.772495 45507 
     H       0.274113      1.185156      -1.702690 45508 
     C      -1.643262      0.849067      -0.836287 45509 
     O      -2.288918      0.400400       0.344177 45510 
     H      -1.953959      1.884325      -0.982627 45511 
     H      -1.987775      0.251372      -1.678464 45512 
     O      -2.791878     -0.909821       0.135372 45513 
     H      -2.033541     -1.455586       0.403291 45514 
Rotational constants (GHz):    1.3070700    0.8210900    0.6877800 45515 
Vibrational harmonic frequencies (cm-1): 45516 
    i1904.3681                   48.9320                   70.8740             45517 
      137.8361                  175.6613                  204.2971             45518 
      217.7095                  225.6215                  244.2053             45519 
      253.2522                  292.4720                  323.5668             45520 
      337.9030                  396.9575                  419.9686             45521 
      439.9954                  479.6929                  497.6319             45522 
      514.7286                  574.7551                  585.0442             45523 
      619.1701                  761.2419                  835.2276             45524 
      857.7091                  919.8721                  942.2697             45525 
      963.6540                 1034.8920                 1053.4510             45526 
     1065.0625                 1098.1880                 1130.1203             45527 
     1145.0042                 1160.3067                 1201.3593             45528 
     1261.5531                 1309.8875                 1349.8733             45529 
     1377.5446                 1404.1295                 1411.6804             45530 
     1459.9925                 1464.9426                 1472.6854             45531 
     1487.0279                 1499.0709                 1660.0840             45532 
     1961.3883                 3055.8477                 3075.1061             45533 
     3088.4510                 3144.9610                 3153.0638             45534 
     3169.8525                 3693.3539                 3712.9738             45535 
Zero-point correction (Hartree): 0.151366 45536 
 45537 
TS.diHPCARP_Ib.15aldHshift.utuppduu 45538 
----------------------------------- 45539 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14568596  45540 
Electronic state : 2-A 45541 
Cartesian coordinates (Angs): 45542 
     O       0.659274      1.420821       0.062173 45543 
     O      -0.309335      2.397561       0.153142 45544 
     H      -1.338027      1.712445      -0.322897 45545 
     C      -1.856806      0.569591      -0.374413 45546 
     C      -0.916669     -0.416465       0.377813 45547 
     C       0.311140      0.339144       0.923854 45548 
     O      -2.890958      0.310368      -0.863899 45549 
     C      -1.710593     -1.071048       1.496731 45550 
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     O      -0.592234     -1.460239      -0.511511 45551 
     H      -2.545187     -1.620073       1.067719 45552 
     H      -2.089597     -0.317163       2.184690 45553 
     H      -1.071321     -1.761405       2.047161 45554 
     O      -0.105474     -0.898290      -1.721829 45555 
     H       0.854241     -0.934004      -1.563828 45556 
     H       0.056613      0.760452       1.900072 45557 
     C       1.553329     -0.533103       1.064326 45558 
     O       2.162692     -0.821896      -0.182660 45559 
     H       2.288684     -0.047379       1.703733 45560 
     H       1.279165     -1.499423       1.487949 45561 
     O       3.054716      0.230804      -0.516725 45562 
     H       2.453562      0.944792      -0.783985 45563 
Rotational constants (GHz):    1.3771400    0.7651300    0.6834800 45564 
Vibrational harmonic frequencies (cm-1): 45565 
    i1713.8276                   52.7420                   90.8545             45566 
      144.9717                  166.9625                  175.7133             45567 
      198.9936                  218.0696                  240.2868             45568 
      252.7144                  281.5270                  321.3281             45569 
      333.4602                  406.8799                  417.1945             45570 
      447.6191                  457.5593                  486.9280             45571 
      531.3227                  580.5631                  581.4728             45572 
      619.3066                  753.5847                  831.0259             45573 
      868.9569                  911.3355                  944.8133             45574 
     1005.8947                 1015.9861                 1048.4440             45575 
     1062.7986                 1108.1913                 1128.8340             45576 
     1137.5857                 1164.0347                 1196.6802             45577 
     1264.5864                 1317.4770                 1349.0744             45578 
     1389.8163                 1398.2275                 1408.7013             45579 
     1463.2344                 1466.5426                 1472.4795             45580 
     1485.7058                 1496.4474                 1670.9663             45581 
     1964.5706                 3068.7571                 3074.5554             45582 
     3093.5252                 3147.7175                 3150.3565             45583 
     3171.6914                 3669.1847                 3736.3508             45584 
Zero-point correction (Hartree): 0.151372 45585 
 45586 
TS.diHPCARP_Ib.15aldHshift.utuppuuu 45587 
----------------------------------- 45588 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14271962  45589 
Electronic state : 2-A 45590 
Cartesian coordinates (Angs): 45591 
     O      -0.189329      1.655352      -0.291971 45592 
     O       1.063465      2.190387      -0.548579 45593 
     H       1.852143      1.211840      -0.142493 45594 
     C       1.978535     -0.044206      -0.066238 45595 
     C       0.539423     -0.623050      -0.176703 45596 
     C      -0.287375      0.398219      -0.966931 45597 
     O       2.991826     -0.634578      -0.024183 45598 
     C       0.543199     -2.002635      -0.796876 45599 
     O       0.067967     -0.775051       1.159508 45600 
     H       1.275653     -2.626876      -0.291059 45601 
     H       0.801153     -1.939500      -1.853471 45602 
     H      -0.447450     -2.442427      -0.692970 45603 
     O       0.511653      0.308992       1.970737 45604 
     H      -0.011415      1.058313       1.634436 45605 
     H       0.173041      0.532165      -1.951453 45606 
     C      -1.755597      0.046126      -1.189602 45607 
     O      -2.384407     -0.697480      -0.180489 45608 
     H      -2.302237      0.971802      -1.382901 45609 
     H      -1.830063     -0.598786      -2.066170 45610 
     O      -2.524515      0.138271       0.959364 45611 
     H      -1.913217     -0.300403       1.569097 45612 
Rotational constants (GHz):    1.3217400    0.8032300    0.7304900 45613 
Vibrational harmonic frequencies (cm-1): 45614 
    i1785.6383                   60.3490                   89.9584             45615 
      107.8938                  165.3291                  183.7936             45616 
      207.4255                  217.2136                  248.5386             45617 
      276.7898                  294.2508                  324.0226             45618 
      343.6446                  380.3614                  408.2646             45619 
      422.7956                  453.9187                  466.8992             45620 
      508.9089                  588.0793                  591.4294             45621 
      627.7810                  767.6058                  846.6144             45622 
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      860.1872                  894.1261                  944.3618             45623 
      981.8982                 1037.3671                 1046.5750             45624 
     1069.2512                 1084.2339                 1133.4531             45625 
     1141.0358                 1173.1932                 1215.6143             45626 
     1262.2710                 1311.9164                 1362.6216             45627 
     1374.2393                 1404.6036                 1415.5172             45628 
     1433.7870                 1461.8315                 1462.5045             45629 
     1486.2723                 1498.4627                 1675.9062             45630 
     1963.3052                 3051.0594                 3070.8695             45631 
     3077.9405                 3125.9411                 3156.3322             45632 
     3171.5838                 3687.0123                 3777.9465             45633 
Zero-point correction (Hartree): 0.151259 45634 
 45635 
 45636 
 45637 
1,6-aldehyde-H-shift in (2R,3S)-2-Me-2,3-diOOH-butanal-4-peroxyl (C', R,S-di-HPCARP-45638 
Ic) 45639 
======================================================================================45640 
= 45641 
 45642 
TS.diHPCARP_Ic.16aldHshift.a.mpmmud 45643 
----------------------------------- 45644 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14712225  45645 
Electronic state : 2-A 45646 
Cartesian coordinates (Angs): 45647 
     O       0.678033      2.617410       0.376001 45648 
     H      -0.426433      2.080446       0.060750 45649 
     C      -1.176213      1.113764      -0.322961 45650 
     O       1.555554      1.930864      -0.431221 45651 
     C      -0.625908     -0.222265       0.215951 45652 
     C       1.831730      0.666056       0.138462 45653 
     C       0.823111     -0.405087      -0.282235 45654 
     O      -2.137121      1.245572      -0.994724 45655 
     C      -0.744768     -0.215616       1.735208 45656 
     O      -1.321378     -1.288247      -0.398324 45657 
     H      -1.791722     -0.185188       2.023023 45658 
     H      -0.235884      0.653996       2.147424 45659 
     H      -0.290248     -1.122442       2.127939 45660 
     O      -2.669998     -1.294167       0.030554 45661 
     H      -3.087205     -0.728833      -0.636411 45662 
     O       1.246307     -1.644952       0.260662 45663 
     H       0.795751     -0.477493      -1.372625 45664 
     O       2.362523     -2.081312      -0.500274 45665 
     H       1.986033     -2.836803      -0.969726 45666 
     H       2.802627      0.364276      -0.251693 45667 
     H       1.888007      0.749585       1.223379 45668 
Rotational constants (GHz):    1.0425800    0.8917900    0.5744200 45669 
Vibrational harmonic frequencies (cm-1): 45670 
    i2032.2121                   61.8176                   84.5579             45671 
      101.5618                  126.1146                  176.1568             45672 
      203.9548                  213.6479                  231.3601             45673 
      240.9464                  263.0613                  294.2487             45674 
      326.8984                  349.8264                  399.7999             45675 
      408.2255                  453.3298                  457.9219             45676 
      473.9760                  523.1073                  560.9147             45677 
      619.1975                  716.6456                  828.0108             45678 
      888.1310                  928.7347                  990.3948             45679 
     1026.5996                 1037.1892                 1054.0392             45680 
     1096.8835                 1120.6905                 1141.0445             45681 
     1159.1073                 1174.1612                 1207.8938             45682 
     1257.0397                 1291.7896                 1338.2316             45683 
     1381.1508                 1401.7850                 1407.7539             45684 
     1415.6441                 1435.6722                 1480.4355             45685 
     1494.0710                 1505.7678                 1515.1748             45686 
     1929.3964                 3073.6219                 3088.0767             45687 
     3096.2308                 3154.4694                 3167.6939             45688 
     3181.5041                 3770.3941                 3814.5943             45689 
Zero-point correction (Hartree): 0.150679 45690 
 45691 
TS.diHPCARP_Ic.16aldHshift.a.mpmpdu 45692 
----------------------------------- 45693 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14621967  45694 
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Electronic state : 2-A 45695 
Cartesian coordinates (Angs): 45696 
     O       1.397886     -1.576543       1.033857 45697 
     H       0.337263     -0.875288       1.285991 45698 
     C      -0.720654     -0.199133       1.154579 45699 
     O       2.130193     -0.781652       0.181156 45700 
     C      -0.896216      0.338453      -0.290779 45701 
     C       1.451301     -0.642297      -1.061164 45702 
     C       0.443499      0.509236      -1.040262 45703 
     O      -1.515159     -0.092072       2.016997 45704 
     C      -1.684758      1.635157      -0.276510 45705 
     O      -1.734650     -0.578037      -0.979846 45706 
     H      -1.138537      2.395483       0.273890 45707 
     H      -2.648249      1.463311       0.195691 45708 
     H      -1.835277      1.974955      -1.300467 45709 
     O      -1.243532     -1.903859      -0.789877 45710 
     H      -1.988678     -2.316230      -0.333892 45711 
     O       1.094132      1.698939      -0.617945 45712 
     H       0.168964      0.716914      -2.078695 45713 
     O       1.167053      1.686385       0.804590 45714 
     H       1.945571      1.128684       0.963196 45715 
     H       2.234667     -0.371766      -1.769133 45716 
     H       0.997862     -1.589854      -1.343233 45717 
Rotational constants (GHz):    1.1195300    0.9346100    0.8062900 45718 
Vibrational harmonic frequencies (cm-1): 45719 
    i1882.4431                   64.1258                   88.8494             45720 
      131.3973                  158.7467                  197.1448             45721 
      210.5523                  234.0335                  258.7678             45722 
      272.1221                  277.3760                  304.7839             45723 
      339.7078                  350.3145                  359.6717             45724 
      396.7763                  466.5173                  492.4974             45725 
      506.3283                  536.9523                  603.1244             45726 
      616.9061                  776.4230                  841.1605             45727 
      878.7648                  929.9820                  940.4459             45728 
      993.1573                 1003.3621                 1043.6440             45729 
     1064.5223                 1105.3470                 1121.9755             45730 
     1139.7800                 1196.8552                 1205.2527             45731 
     1241.7125                 1305.4761                 1358.5318             45732 
     1369.7318                 1400.1187                 1406.7142             45733 
     1414.1351                 1432.5844                 1473.4219             45734 
     1488.1517                 1495.6061                 1509.3108             45735 
     1941.9302                 3073.6584                 3087.1340             45736 
     3098.2023                 3165.0283                 3167.5061             45737 
     3189.1597                 3736.0964                 3815.2909             45738 
Zero-point correction (Hartree): 0.150990 45739 
 45740 
TS.diHPCARP_Ic.16aldHshift.a.mptmud 45741 
----------------------------------- 45742 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15062696  45743 
Electronic state : 2-A 45744 
Cartesian coordinates (Angs): 45745 
     O      -2.599082     -0.949296       0.296611 45746 
     H      -1.519951     -1.530275      -0.027984 45747 
     C      -0.276723     -1.548430      -0.357970 45748 
     O      -2.564389      0.168549      -0.504280 45749 
     C       0.405211     -0.311152       0.242588 45750 
     C      -1.740308      1.158366       0.079986 45751 
     C      -0.269013      0.977229      -0.302530 45752 
     O       0.236872     -2.379584      -1.019480 45753 
     C       0.354013     -0.404596       1.760789 45754 
     O       1.729631     -0.216861      -0.258290 45755 
     H       0.993540     -1.212612       2.104292 45756 
     H      -0.665166     -0.590411       2.093750 45757 
     H       0.705626      0.536972       2.178804 45758 
     O       2.513885     -1.294773       0.217833 45759 
     H       2.367434     -1.957395      -0.474314 45760 
     O       0.394614      2.103839       0.227751 45761 
     H      -0.178722      0.989531      -1.390387 45762 
     O       1.446738      2.492852      -0.638490 45763 
     H       2.142512      1.856738      -0.413092 45764 
     H      -2.067634      2.106935      -0.341715 45765 
     H      -1.882861      1.174195       1.160222 45766 
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Rotational constants (GHz):    1.0748000    0.9144100    0.5984700 45767 
Vibrational harmonic frequencies (cm-1): 45768 
    i2034.6029                   76.4745                   93.1034             45769 
      133.2516                  153.9480                  179.8919             45770 
      209.0426                  215.9760                  230.5924             45771 
      264.2467                  300.3281                  344.6620             45772 
      360.7275                  373.1044                  413.6846             45773 
      428.4427                  440.5951                  467.0217             45774 
      509.8635                  527.5356                  554.2696             45775 
      613.5768                  702.8840                  824.3090             45776 
      891.0038                  932.2712                  980.2666             45777 
     1023.8620                 1040.3673                 1047.1045             45778 
     1111.8766                 1123.0837                 1141.9864             45779 
     1162.6110                 1169.7013                 1204.5490             45780 
     1249.5978                 1289.1424                 1331.8700             45781 
     1378.0616                 1397.8500                 1406.7825             45782 
     1438.1401                 1457.1250                 1481.2743             45783 
     1497.5800                 1504.2779                 1519.5072             45784 
     1929.8998                 3086.9892                 3091.0162             45785 
     3097.1026                 3155.5544                 3167.0655             45786 
     3179.4028                 3762.6945                 3764.8174             45787 
Zero-point correction (Hartree): 0.151343 45788 
 45789 
TS.diHPCARP_Ic.16aldHshift.a.pmmmdu 45790 
----------------------------------- 45791 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14403555  45792 
Electronic state : 2-A 45793 
Cartesian coordinates (Angs): 45794 
     O      -0.467347      2.185734       0.706355 45795 
     H       0.210420      1.215587       1.171112 45796 
     C       0.599499     -0.007276       1.148621 45797 
     O      -1.608485      1.536477       0.291554 45798 
     C       0.683317     -0.438817      -0.334527 45799 
     C      -1.408654      0.978776      -0.994947 45800 
     C      -0.698624     -0.376132      -1.032131 45801 
     O       0.820281     -0.670414       2.094653 45802 
     C       1.338592     -1.798546      -0.459761 45803 
     O       1.406273      0.563286      -1.024433 45804 
     H       0.779194     -2.544920       0.099721 45805 
     H       2.350300     -1.754287      -0.063322 45806 
     H       1.371088     -2.088038      -1.509054 45807 
     O       2.624043      0.787822      -0.324608 45808 
     H       2.531145      1.723027      -0.097607 45809 
     O      -1.519855     -1.455407      -0.654043 45810 
     H      -0.501455     -0.590369      -2.087775 45811 
     O      -1.883093     -1.268142       0.712036 45812 
     H      -1.525410     -2.067440       1.119981 45813 
     H      -2.411235      0.830667      -1.396852 45814 
     H      -0.863361      1.692894      -1.611850 45815 
Rotational constants (GHz):    1.1282900    0.9234700    0.7740400 45816 
Vibrational harmonic frequencies (cm-1): 45817 
    i2035.3082                   49.4236                   63.7235             45818 
      101.6302                  127.9634                  166.0009             45819 
      176.5763                  213.5242                  216.3099             45820 
      250.5962                  262.3556                  288.7434             45821 
      308.1526                  310.5713                  334.4713             45822 
      431.2859                  449.4104                  467.0395             45823 
      483.8464                  532.8112                  587.6467             45824 
      611.8287                  764.3610                  841.9255             45825 
      863.6104                  933.4648                  941.3119             45826 
      991.6966                  999.5231                 1044.7390             45827 
     1070.0430                 1133.6020                 1154.1361             45828 
     1164.1158                 1177.1640                 1228.2241             45829 
     1238.4090                 1316.2853                 1354.8150             45830 
     1367.3949                 1401.6840                 1412.4067             45831 
     1412.7650                 1419.4116                 1460.1301             45832 
     1477.7255                 1493.7258                 1526.4324             45833 
     1949.4208                 3066.3669                 3083.0129             45834 
     3087.4692                 3143.8742                 3163.5602             45835 
     3172.7275                 3804.7663                 3813.7999             45836 
Zero-point correction (Hartree): 0.150149 45837 
 45838 
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TS.diHPCARP_Ic.16aldHshift.a.pmmmud 45839 
----------------------------------- 45840 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14953492  45841 
Electronic state : 2-A 45842 
Cartesian coordinates (Angs): 45843 
     O      -1.395508      2.347806       0.023492 45844 
     H      -1.817140      1.162656      -0.082605 45845 
     C      -1.708239     -0.118390      -0.170360 45846 
     O      -0.267786      2.320084      -0.763557 45847 
     C      -0.381918     -0.560997       0.477094 45848 
     C       0.793329      1.713775      -0.050834 45849 
     C       0.792015      0.189443      -0.188404 45850 
     O      -2.508047     -0.830187      -0.664853 45851 
     C      -0.488853     -0.314110       1.976947 45852 
     O      -0.236571     -1.956428       0.345707 45853 
     H      -1.258240     -0.960438       2.394737 45854 
     H      -0.750532      0.724051       2.170477 45855 
     H       0.466224     -0.542920       2.444218 45856 
     O      -0.117842     -2.296139      -1.025571 45857 
     H      -1.039045     -2.485958      -1.256815 45858 
     O       1.952240     -0.319456       0.445668 45859 
     H       0.811169     -0.077475      -1.245601 45860 
     O       3.054778     -0.069076      -0.411666 45861 
     H       3.222784     -0.951776      -0.766978 45862 
     H       1.710641      2.077961      -0.511718 45863 
     H       0.766022      2.022728       0.993864 45864 
Rotational constants (GHz):    1.0014800    0.9471000    0.6219100 45865 
Vibrational harmonic frequencies (cm-1): 45866 
    i2054.2180                   53.8985                   80.6724             45867 
      102.8069                  137.3064                  170.1816             45868 
      196.1584                  218.0187                  236.5155             45869 
      247.0003                  289.4935                  307.9672             45870 
      326.4761                  361.7247                  376.1622             45871 
      420.8861                  452.3737                  461.0394             45872 
      484.5357                  517.6890                  580.8205             45873 
      613.0211                  717.8616                  827.2454             45874 
      873.2452                  943.5173                  987.3768             45875 
     1028.8534                 1032.7233                 1061.6134             45876 
     1092.7675                 1120.4544                 1140.7418             45877 
     1160.0556                 1171.9786                 1219.1887             45878 
     1256.2253                 1287.9846                 1344.4334             45879 
     1380.7869                 1400.9275                 1408.4519             45880 
     1418.1439                 1427.1424                 1481.2164             45881 
     1494.8053                 1502.1645                 1513.4734             45882 
     1931.9168                 3084.0668                 3092.0808             45883 
     3105.0967                 3151.2625                 3165.4863             45884 
     3174.3944                 3776.7037                 3805.5992             45885 
Zero-point correction (Hartree): 0.150848 45886 
 45887 
TS.diHPCARP_Ic.16aldHshift.a.pmmpdu 45888 
----------------------------------- 45889 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14861530  45890 
Electronic state : 2-A 45891 
Cartesian coordinates (Angs): 45892 
     O       1.234367     -1.893139       0.788367 45893 
     H       0.276816     -1.081897       1.184045 45894 
     C      -0.579702     -0.165266       1.153041 45895 
     O       2.089182     -1.060078       0.102254 45896 
     C      -0.761188      0.321399      -0.305983 45897 
     C       1.509140     -0.696079      -1.142445 45898 
     C       0.587901      0.517086      -1.034815 45899 
     O      -1.199296      0.172723       2.093454 45900 
     C      -1.615669      1.568265      -0.355044 45901 
     O      -1.324404     -0.769931      -1.021277 45902 
     H      -1.113543      2.371104       0.180440 45903 
     H      -2.578548      1.379254       0.110241 45904 
     H      -1.762895      1.862179      -1.393699 45905 
     O      -2.609843     -1.052122      -0.486695 45906 
     H      -2.482019     -1.947090      -0.146290 45907 
     O       1.281485      1.641117      -0.530944 45908 
     H       0.331266      0.811308      -2.056922 45909 
     O       1.402619      1.511897       0.880082 45910 
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     H       2.146455      0.896093       0.974967 45911 
     H       2.352758     -0.412529      -1.772141 45912 
     H       0.993936     -1.554583      -1.571089 45913 
Rotational constants (GHz):    1.1988600    0.8516300    0.7689300 45914 
Vibrational harmonic frequencies (cm-1): 45915 
    i1744.5514                   53.1112                   94.5191             45916 
      123.3872                  148.6211                  160.9263             45917 
      202.5029                  210.8115                  252.8381             45918 
      261.7129                  280.5394                  300.6995             45919 
      312.8521                  337.4552                  403.0290             45920 
      424.2960                  456.6265                  471.1660             45921 
      490.4152                  524.7641                  592.8452             45922 
      605.3960                  775.3556                  848.8048             45923 
      870.0289                  930.3406                  941.2447             45924 
      993.1549                 1004.7786                 1045.7603             45925 
     1083.1229                 1109.3522                 1136.5462             45926 
     1155.4798                 1174.8192                 1212.7550             45927 
     1249.7107                 1307.2331                 1364.7873             45928 
     1371.6931                 1399.4481                 1408.3430             45929 
     1417.1116                 1438.2792                 1468.4544             45930 
     1480.7561                 1493.2181                 1507.1093             45931 
     1949.5690                 3072.9026                 3083.6467             45932 
     3089.5656                 3148.2786                 3163.7560             45933 
     3185.1826                 3745.4604                 3814.9152             45934 
Zero-point correction (Hartree): 0.150700 45935 
 45936 
TS.diHPCARP_Ic.16aldHshift.a.pmpmdu 45937 
----------------------------------- 45938 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14627425  45939 
Electronic state : 2-A 45940 
Cartesian coordinates (Angs): 45941 
     O      -0.158455      2.295201       0.550258 45942 
     H       0.506901      1.306726       1.049282 45943 
     C       0.832232      0.080294       1.147160 45944 
     O      -1.372532      1.710772       0.264494 45945 
     C       0.708022     -0.555403      -0.260405 45946 
     C      -1.283754      0.968599      -0.938897 45947 
     C      -0.763898     -0.449520      -0.719263 45948 
     O       1.120060     -0.460314       2.149161 45949 
     C       1.224522     -1.978387      -0.261798 45950 
     O       1.401782      0.272663      -1.170526 45951 
     H       0.650712     -2.580227       0.438553 45952 
     H       2.270896     -1.992548       0.032919 45953 
     H       1.125651     -2.390134      -1.265305 45954 
     O       2.737905      0.401899      -0.699462 45955 
     H       2.799139      1.360762      -0.594935 45956 
     O      -1.468775     -1.129309       0.302615 45957 
     H      -0.858309     -0.997873      -1.663367 45958 
     O      -2.833682     -1.203392      -0.070754 45959 
     H      -3.238419     -0.601424       0.568159 45960 
     H      -2.305068      0.903803      -1.310792 45961 
     H      -0.664673      1.497262      -1.661577 45962 
Rotational constants (GHz):    1.1844400    0.8252500    0.6953400 45963 
Vibrational harmonic frequencies (cm-1): 45964 
    i1930.4275                   38.4250                   62.6820             45965 
       99.9374                  114.8979                  161.5844             45966 
      172.8037                  204.6176                  247.5107             45967 
      275.5836                  284.7712                  294.5799             45968 
      305.5712                  322.7402                  376.9962             45969 
      381.2643                  435.3292                  452.1585             45970 
      485.2219                  515.5903                  608.6849             45971 
      646.9924                  761.4929                  784.3374             45972 
      873.1781                  933.6772                  956.0655             45973 
      987.4329                 1037.7091                 1059.7404             45974 
     1071.3111                 1130.3095                 1153.2523             45975 
     1158.8223                 1182.4584                 1229.7599             45976 
     1241.0368                 1298.2493                 1360.4624             45977 
     1378.4977                 1401.4043                 1406.8659             45978 
     1415.6919                 1421.4803                 1473.6052             45979 
     1482.2906                 1492.7224                 1519.7351             45980 
     1960.2231                 3049.3204                 3083.9166             45981 
     3104.3428                 3157.7503                 3165.9743             45982 
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     3179.6979                 3802.3091                 3811.1157             45983 
Zero-point correction (Hartree): 0.150391 45984 
 45985 
TS.diHPCARP_Ic.16aldHshift.a.pmpmud 45986 
----------------------------------- 45987 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14671638  45988 
Electronic state : 2-A 45989 
Cartesian coordinates (Angs): 45990 
     O       0.329264      2.646793       0.331222 45991 
     H      -0.725133      1.936173       0.392835 45992 
     C      -1.422064      0.873072       0.241914 45993 
     O       0.937960      2.132694      -0.790097 45994 
     C      -0.516421     -0.368105       0.391757 45995 
     C       1.599849      0.926787      -0.457608 45996 
     C       0.666658     -0.279078      -0.608903 45997 
     O      -2.582704      0.863538       0.032156 45998 
     C      -0.118990     -0.443306       1.861119 45999 
     O      -1.276422     -1.530573       0.163940 46000 
     H      -1.016984     -0.468236       2.476287 46001 
     H       0.480270      0.421645       2.137578 46002 
     H       0.455971     -1.349763       2.025962 46003 
     O      -1.752840     -1.533123      -1.171708 46004 
     H      -2.625947     -1.128456      -1.063001 46005 
     O       1.396558     -1.485360      -0.630741 46006 
     H       0.233437     -0.250047      -1.609712 46007 
     O       2.252940     -1.522965       0.516708 46008 
     H       3.078500     -1.807690       0.107584 46009 
     H       2.401570      0.812162      -1.187737 46010 
     H       2.026077      1.009966       0.538698 46011 
Rotational constants (GHz):    1.0164000    0.9746800    0.6453600 46012 
Vibrational harmonic frequencies (cm-1): 46013 
    i1978.3164                   44.9116                   91.1371             46014 
      119.5585                  143.2969                  171.3968             46015 
      187.5444                  200.3418                  236.7817             46016 
      252.6154                  279.5811                  304.6320             46017 
      316.4989                  355.5365                  364.7056             46018 
      395.3781                  427.3095                  473.4809             46019 
      513.0958                  556.0023                  569.9867             46020 
      605.5519                  750.7266                  825.8780             46021 
      864.0590                  944.9879                  952.4771             46022 
      986.4178                 1029.8297                 1057.7224             46023 
     1099.7716                 1111.5512                 1140.6096             46024 
     1155.2516                 1169.9098                 1216.9396             46025 
     1251.2744                 1289.0434                 1334.7357             46026 
     1379.5844                 1392.7704                 1408.3172             46027 
     1424.9313                 1428.0825                 1482.6015             46028 
     1494.7717                 1504.3122                 1520.4910             46029 
     1930.1391                 3085.1737                 3095.6455             46030 
     3110.5921                 3160.3934                 3164.4611             46031 
     3185.9044                 3775.7876                 3839.1934             46032 
Zero-point correction (Hartree): 0.150755 46033 
 46034 
TS.diHPCARP_Ic.16aldHshift.a.pmppdu 46035 
----------------------------------- 46036 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14459675  46037 
Electronic state : 2-A 46038 
Cartesian coordinates (Angs): 46039 
     O       0.318107      2.326473       0.439301 46040 
     H       0.844268      1.286784       0.969533 46041 
     C       0.902416      0.020060       1.127263 46042 
     O      -0.999137      1.935219       0.337085 46043 
     C       0.593514     -0.632562      -0.241613 46044 
     C      -1.190098      1.162757      -0.834888 46045 
     C      -0.863682     -0.316318      -0.646966 46046 
     O       1.087013     -0.530219       2.148373 46047 
     C       0.890417     -2.117325      -0.207193 46048 
     O       1.349574      0.040286      -1.227563 46049 
     H       0.311438     -2.594824       0.579191 46050 
     H       1.948323     -2.273751      -0.009218 46051 
     H       0.636298     -2.555257      -1.171699 46052 
     O       2.706941      0.040793      -0.804440 46053 
     H       2.873977      0.990974      -0.739914 46054 
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     O      -1.648177     -0.903231       0.371565 46055 
     H      -1.051076     -0.829345      -1.597372 46056 
     O      -2.997878     -0.876515      -0.075061 46057 
     H      -3.229393     -1.811096      -0.013495 46058 
     H      -2.253520      1.243397      -1.056335 46059 
     H      -0.607255      1.580983      -1.654392 46060 
Rotational constants (GHz):    1.1580100    0.8355400    0.6908100 46061 
Vibrational harmonic frequencies (cm-1): 46062 
    i1995.9221                   60.3384                   74.0917             46063 
       98.4110                  116.9735                  153.0605             46064 
      166.5859                  176.6723                  210.7613             46065 
      246.4952                  272.6558                  281.0667             46066 
      288.4368                  313.7017                  373.9056             46067 
      382.3707                  442.9037                  452.8938             46068 
      491.2946                  511.7851                  611.4512             46069 
      644.0280                  758.7008                  794.3600             46070 
      875.1767                  934.1231                  953.4368             46071 
      988.1352                 1037.3055                 1056.0242             46072 
     1067.3254                 1131.0094                 1154.8076             46073 
     1164.0756                 1183.8617                 1233.5943             46074 
     1240.2174                 1305.1360                 1366.3873             46075 
     1370.4203                 1402.5970                 1405.7033             46076 
     1414.5158                 1421.3197                 1469.6526             46077 
     1482.8998                 1493.9729                 1531.7671             46078 
     1958.6704                 3039.9383                 3081.8023             46079 
     3099.6900                 3155.7720                 3163.0238             46080 
     3177.3031                 3804.7197                 3832.1427             46081 
Zero-point correction (Hartree): 0.150176 46082 
 46083 
TS.diHPCARP_Ic.16aldHshift.a.pmppud 46084 
----------------------------------- 46085 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14754758  46086 
Electronic state : 2-A 46087 
Cartesian coordinates (Angs): 46088 
     O       2.642238      0.460045       0.272961 46089 
     H       1.682996      1.277908       0.133507 46090 
     C       0.434439      1.630877       0.044770 46091 
     O       2.415187     -0.466035      -0.717398 46092 
     C      -0.403994      0.388762       0.405993 46093 
     C       1.384387     -1.357415      -0.329799 46094 
     C       0.010133     -0.730411      -0.593679 46095 
     O       0.028566      2.701099      -0.236258 46096 
     C      -0.149849      0.131157       1.889726 46097 
     O      -1.779779      0.667591       0.311290 46098 
     H      -0.549039      0.968901       2.459781 46099 
     H       0.917451      0.052575       2.080248 46100 
     H      -0.634214     -0.786291       2.205738 46101 
     O      -2.102577      0.987804      -1.032870 46102 
     H      -2.025104      1.953379      -1.021985 46103 
     O      -0.989891     -1.704863      -0.747473 46104 
     H       0.045418     -0.292024      -1.593424 46105 
     O      -1.214509     -2.353080       0.498874 46106 
     H      -2.087363     -2.004245       0.725671 46107 
     H       1.481850     -2.219043      -0.988778 46108 
     H       1.523425     -1.669463       0.704163 46109 
Rotational constants (GHz):    1.0626000    0.9645200    0.6535000 46110 
Vibrational harmonic frequencies (cm-1): 46111 
    i2077.7561                   52.8795                   93.8046             46112 
      121.2223                  154.8849                  168.7778             46113 
      187.5193                  218.6286                  239.8800             46114 
      286.4519                  308.8108                  325.8454             46115 
      353.7363                  369.3721                  372.7283             46116 
      406.0385                  409.2016                  451.6395             46117 
      507.9155                  544.8946                  565.5527             46118 
      611.1128                  770.6849                  829.0499             46119 
      861.5209                  950.1962                  960.9731             46120 
      984.7956                 1026.4199                 1060.0345             46121 
     1081.1667                 1120.8396                 1137.0519             46122 
     1156.7805                 1189.1293                 1232.7913             46123 
     1258.1367                 1279.6906                 1331.0531             46124 
     1379.9456                 1399.7834                 1409.9062             46125 
     1426.1232                 1430.0121                 1484.2534             46126 



654 
 

     1492.1068                 1504.4226                 1514.6214             46127 
     1934.9406                 3091.2561                 3093.2548             46128 
     3098.2475                 3155.1978                 3168.7478             46129 
     3199.2220                 3774.5464                 3797.7578             46130 
Zero-point correction (Hartree): 0.151124 46131 
 46132 
TS.diHPCARP_Ic.16aldHshift.a.pmtmud 46133 
----------------------------------- 46134 
IRC pathway available 46135 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17791662  46136 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05638515  46137 
     T1 diagnostic:  0.021591  46138 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01460258  46139 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.03160618  46140 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.02194556  46141 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03608307  46142 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48412950  46143 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.47375750  46144 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15232754  46145 
Electronic state : 2-A 46146 
Cartesian coordinates (Angs): 46147 
     O       2.780333     -0.074702       0.034528 46148 
     H       1.984933      0.902932      -0.035620 46149 
     C       0.820980      1.457323      -0.090156 46150 
     O       2.207553     -0.971232      -0.836831 46151 
     C      -0.206942      0.466599       0.471468 46152 
     C       1.150538     -1.659462      -0.196450 46153 
     C      -0.167704     -0.886242      -0.284953 46154 
     O       0.604012      2.547345      -0.485880 46155 
     C       0.069194      0.316450       1.962025 46156 
     O      -1.507411      1.025597       0.397539 46157 
     H      -0.136950      1.257939       2.467243 46158 
     H       1.109183      0.042830       2.126515 46159 
     H      -0.578355     -0.460105       2.363748 46160 
     O      -1.840614      1.279957      -0.960101 46161 
     H      -1.546441      2.197626      -1.061750 46162 
     O      -1.140463     -1.738026       0.283708 46163 
     H      -0.411410     -0.715778      -1.333397 46164 
     O      -2.369366     -1.585648      -0.405296 46165 
     H      -2.735497     -0.783578      -0.003695 46166 
     H       1.021161     -2.588116      -0.749408 46167 
     H       1.424641     -1.888083       0.833423 46168 
Rotational constants (GHz):    1.1279800    0.9034700    0.6368900 46169 
Vibrational harmonic frequencies (cm-1): 46170 
    i2035.9610                   77.9861                   96.3514             46171 
      131.3049                  149.8514                  181.2628             46172 
      206.4909                  216.9456                  248.3060             46173 
      273.0431                  295.4988                  336.3283             46174 
      351.5022                  382.0554                  413.4501             46175 
      429.2314                  430.6162                  473.6193             46176 
      510.1304                  525.3416                  559.7662             46177 
      619.2934                  704.4811                  821.8480             46178 
      879.3700                  941.2149                  977.3167             46179 
     1026.8487                 1032.9245                 1052.7880             46180 
     1107.2214                 1122.2759                 1138.6774             46181 
     1157.5861                 1173.8379                 1214.6878             46182 
     1248.8501                 1287.6277                 1334.5467             46183 
     1377.7493                 1397.8409                 1406.7198             46184 
     1426.4178                 1435.8366                 1482.7787             46185 
     1496.9287                 1502.4892                 1520.9029             46186 
     1931.0847                 3083.7761                 3092.8294             46187 
     3115.0236                 3154.4244                 3165.7888             46188 
     3172.4747                 3769.4692                 3771.8098             46189 
Zero-point correction (Hartree): 0.151350 46190 
 46191 
TS.diHPCARP_Ic.16aldHshift.a.ppmpdu 46192 
----------------------------------- 46193 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14774006  46194 
Electronic state : 2-A 46195 
Cartesian coordinates (Angs): 46196 
     O       1.308101     -1.890502       0.766120 46197 
     H       0.308270     -1.138141       1.150662 46198 
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     C      -0.560399     -0.229362       1.153038 46199 
     O       2.114541     -1.016099       0.071464 46200 
     C      -0.770861      0.304509      -0.286831 46201 
     C       1.499555     -0.675065      -1.162791 46202 
     C       0.562106      0.524121      -1.038482 46203 
     O      -1.149683      0.100948       2.114649 46204 
     C      -1.622106      1.555090      -0.271303 46205 
     O      -1.350417     -0.759057      -1.031608 46206 
     H      -1.103826      2.340461       0.274255 46207 
     H      -2.568479      1.359951       0.226922 46208 
     H      -1.798152      1.887575      -1.294528 46209 
     O      -2.552717     -1.167128      -0.400167 46210 
     H      -3.225918     -0.776949      -0.972073 46211 
     O       1.247167      1.657342      -0.543726 46212 
     H       0.284412      0.817208      -2.055759 46213 
     O       1.385246      1.530885       0.865976 46214 
     H       2.127711      0.911667       0.952467 46215 
     H       2.321133     -0.382377      -1.817020 46216 
     H       0.987178     -1.546271      -1.568385 46217 
Rotational constants (GHz):    1.1987400    0.8500200    0.7684300 46218 
Vibrational harmonic frequencies (cm-1): 46219 
    i1786.1985                   65.4730                   96.2872             46220 
      120.3053                  154.3512                  162.0033             46221 
      207.4571                  213.8972                  249.5261             46222 
      275.2687                  285.0581                  300.9061             46223 
      313.7125                  339.3647                  400.8386             46224 
      433.0276                  457.4390                  472.6269             46225 
      494.8701                  524.6396                  595.2000             46226 
      598.8557                  779.6224                  848.2015             46227 
      869.1325                  930.3360                  942.5047             46228 
      993.9262                 1004.4323                 1046.8913             46229 
     1084.3443                 1098.2942                 1132.8067             46230 
     1155.2637                 1172.5036                 1208.4380             46231 
     1252.3543                 1308.1135                 1363.7331             46232 
     1372.8826                 1399.7068                 1405.5737             46233 
     1410.3878                 1442.0604                 1467.6868             46234 
     1482.1193                 1497.2728                 1510.6208             46235 
     1953.2401                 3069.0613                 3077.5198             46236 
     3088.8046                 3148.8618                 3159.9221             46237 
     3174.3874                 3739.8393                 3816.8687             46238 
Zero-point correction (Hartree): 0.150744 46239 
 46240 
TS.diHPCARP_Ic.16aldHshift.a.pppmdu 46241 
----------------------------------- 46242 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14500009  46243 
Electronic state : 2-A 46244 
Cartesian coordinates (Angs): 46245 
     O      -0.650363      2.224335       0.569255 46246 
     H       0.173727      1.357571       1.042214 46247 
     C       0.767734      0.236146       1.159781 46248 
     O      -1.704088      1.449505       0.138065 46249 
     C       0.797522     -0.460346      -0.226426 46250 
     C      -1.343945      0.768728      -1.050561 46251 
     C      -0.651490     -0.560486      -0.750646 46252 
     O       1.186592     -0.193465       2.169747 46253 
     C       1.473585     -1.812797      -0.142944 46254 
     O       1.431078      0.419620      -1.135823 46255 
     H       0.902036     -2.468226       0.509904 46256 
     H       2.476052     -1.712664       0.265940 46257 
     H       1.519837     -2.250770      -1.140205 46258 
     O       2.730479      0.706658      -0.643701 46259 
     H       3.292301      0.189069      -1.234497 46260 
     O      -1.303348     -1.276452       0.285079 46261 
     H      -0.637395     -1.155403      -1.671157 46262 
     O      -2.683673     -1.366979      -0.009848 46263 
     H      -3.042448     -0.658566       0.544701 46264 
     H      -2.281853      0.561786      -1.561987 46265 
     H      -0.716096      1.403956      -1.672320 46266 
Rotational constants (GHz):    1.2259700    0.7988500    0.6950800 46267 
Vibrational harmonic frequencies (cm-1): 46268 
    i1962.2821                   49.3545                   65.5460             46269 
      101.8557                  108.4235                  159.1028             46270 
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      162.8356                  203.9152                  238.9827             46271 
      265.1086                  280.6242                  296.2869             46272 
      314.6145                  380.7949                  383.2233             46273 
      408.7151                  419.6289                  447.3826             46274 
      482.4359                  520.4395                  603.5796             46275 
      647.7393                  763.3420                  783.9850             46276 
      871.1390                  936.6873                  957.3407             46277 
      988.0422                 1036.8710                 1060.5022             46278 
     1075.7186                 1121.6727                 1133.1839             46279 
     1157.3161                 1180.5882                 1219.0407             46280 
     1244.7787                 1295.0564                 1352.0449             46281 
     1382.9634                 1400.3686                 1403.4062             46282 
     1408.0207                 1427.5943                 1478.2727             46283 
     1485.0305                 1496.4852                 1508.2646             46284 
     1958.1062                 3040.6593                 3077.2514             46285 
     3108.7865                 3159.9819                 3163.5829             46286 
     3174.9723                 3772.3346                 3816.1289             46287 
Zero-point correction (Hartree): 0.150314 46288 
 46289 
TS.diHPCARP_Ic.16aldHshift.a.pptmud 46290 
----------------------------------- 46291 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14901999  46292 
Electronic state : 2-A 46293 
Cartesian coordinates (Angs): 46294 
     O       2.793211     -0.123381       0.016869 46295 
     H       1.978760      0.884172      -0.107167 46296 
     C       0.856138      1.465714      -0.127261 46297 
     O       2.209628     -1.054552      -0.809025 46298 
     C      -0.202291      0.496693       0.438573 46299 
     C       1.133896     -1.677441      -0.141583 46300 
     C      -0.161734     -0.870875      -0.287120 46301 
     O       0.695626      2.584457      -0.446056 46302 
     C       0.069665      0.377419       1.933144 46303 
     O      -1.490677      1.066388       0.345677 46304 
     H      -0.171699      1.322549       2.415146 46305 
     H       1.117593      0.143709       2.110040 46306 
     H      -0.550299     -0.412622       2.353093 46307 
     O      -1.810266      1.286771      -1.018940 46308 
     H      -2.286032      0.470548      -1.240119 46309 
     O      -1.155363     -1.727482       0.250935 46310 
     H      -0.349344     -0.725712      -1.352051 46311 
     O      -2.422407     -1.407870      -0.309350 46312 
     H      -2.844485     -0.940727       0.425719 46313 
     H       0.980824     -2.631894      -0.642494 46314 
     H       1.392634     -1.853729       0.902435 46315 
Rotational constants (GHz):    1.1461500    0.8947700    0.6333200 46316 
Vibrational harmonic frequencies (cm-1): 46317 
    i1824.1786                   78.4275                   98.3514             46318 
      140.1477                  158.6219                  185.6948             46319 
      205.5312                  222.4694                  254.6523             46320 
      269.5994                  280.5718                  326.7284             46321 
      353.2608                  385.3545                  388.6247             46322 
      412.2289                  463.7391                  510.4102             46323 
      530.1147                  552.5304                  558.0026             46324 
      616.6938                  706.6669                  817.2304             46325 
      878.4047                  945.8400                  976.6850             46326 
     1024.0208                 1036.2802                 1057.9568             46327 
     1103.2254                 1117.5116                 1136.5310             46328 
     1162.7190                 1172.0833                 1222.4775             46329 
     1257.0405                 1290.0662                 1337.9147             46330 
     1382.5629                 1401.3560                 1408.5866             46331 
     1419.0772                 1451.0484                 1484.8244             46332 
     1495.0024                 1504.2570                 1518.4668             46333 
     1958.4789                 3081.5129                 3091.6590             46334 
     3099.2307                 3152.2327                 3164.0185             46335 
     3168.4529                 3738.1812                 3788.0695             46336 
Zero-point correction (Hartree): 0.151593 46337 
 46338 
TS.diHPCARP_Ic.16aldHshift.a.pptpud 46339 
----------------------------------- 46340 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14724390  46341 
Electronic state : 2-A 46342 
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Cartesian coordinates (Angs): 46343 
     O       2.787609     -0.273899      -0.030461 46344 
     H       2.023128      0.785366      -0.161672 46345 
     C       0.937965      1.422630      -0.183152 46346 
     O       2.123064     -1.187903      -0.813206 46347 
     C      -0.160594      0.542701       0.452280 46348 
     C       1.028494     -1.722043      -0.101457 46349 
     C      -0.219751     -0.841771      -0.241174 46350 
     O       0.831630      2.529571      -0.560931 46351 
     C       0.157716      0.440946       1.939259 46352 
     O      -1.404829      1.190938       0.396198 46353 
     H      -0.002198      1.412593       2.402051 46354 
     H       1.191981      0.138974       2.090091 46355 
     H      -0.508832     -0.288029       2.396028 46356 
     O      -1.793571      1.352831      -0.958737 46357 
     H      -2.432329      0.629245      -1.044045 46358 
     O      -1.259386     -1.613146       0.342024 46359 
     H      -0.424123     -0.705760      -1.303496 46360 
     O      -2.496480     -1.289782      -0.281034 46361 
     H      -2.725121     -2.131167      -0.695330 46362 
     H       0.807834     -2.680220      -0.569889 46363 
     H       1.302370     -1.884661       0.940897 46364 
Rotational constants (GHz):    1.1368300    0.8913800    0.6305900 46365 
Vibrational harmonic frequencies (cm-1): 46366 
    i1761.6336                   77.3679                   92.9265             46367 
      136.0315                  147.2608                  183.6419             46368 
      209.9503                  222.3055                  251.4776             46369 
      267.7499                  277.2724                  296.2126             46370 
      330.2831                  350.7496                  384.6700             46371 
      410.4861                  464.6160                  476.3777             46372 
      511.7057                  526.3145                  558.6010             46373 
      614.9547                  705.9003                  817.2406             46374 
      874.4672                  949.0125                  979.7969             46375 
     1021.9850                 1036.2359                 1061.4044             46376 
     1098.3795                 1113.8968                 1136.2133             46377 
     1160.9661                 1170.2888                 1227.0100             46378 
     1258.7112                 1288.6516                 1339.3540             46379 
     1379.0520                 1398.4718                 1404.3152             46380 
     1411.7641                 1451.4452                 1482.5511             46381 
     1497.6291                 1504.0964                 1521.2173             46382 
     1957.3798                 3082.5009                 3090.1608             46383 
     3105.2353                 3148.2297                 3165.6886             46384 
     3170.0516                 3766.5669                 3823.2884             46385 
Zero-point correction (Hartree): 0.151248 46386 
 46387 
TS.diHPCARP_Ic.16aldHshift.a.tmmpdu 46388 
----------------------------------- 46389 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14701083  46390 
Electronic state : 2-A 46391 
Cartesian coordinates (Angs): 46392 
     O      -1.776322     -0.514236      -1.627560 46393 
     H      -0.866186      0.385580      -1.491568 46394 
     C       0.140077      1.020544      -1.050871 46395 
     O      -2.162094     -0.786522      -0.333713 46396 
     C       0.874646      0.179345       0.025658 46397 
     C      -1.122204     -1.480683       0.344345 46398 
     C      -0.106625     -0.535006       0.980058 46399 
     O       0.492908      2.057630      -1.476563 46400 
     C       1.877213      1.032117       0.771446 46401 
     O       1.487735     -0.792700      -0.819921 46402 
     H       1.358803      1.838964       1.284947 46403 
     H       2.589002      1.462095       0.069860 46404 
     H       2.400504      0.427086       1.510187 46405 
     O       2.174339     -1.732075      -0.000847 46406 
     H       3.094654     -1.539340      -0.219181 46407 
     O      -0.737835      0.390475       1.845599 46408 
     H       0.508547     -1.134388       1.654992 46409 
     O      -1.310369      1.431500       1.062710 46410 
     H      -2.141194      1.032267       0.759185 46411 
     H      -1.625015     -2.018972       1.147603 46412 
     H      -0.644657     -2.183773      -0.337470 46413 
Rotational constants (GHz):    1.1071700    0.8673300    0.8071900 46414 
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Vibrational harmonic frequencies (cm-1): 46415 
    i1915.6632                   58.7123                  101.8364             46416 
      128.3141                  147.5094                  176.2101             46417 
      210.6119                  220.1942                  240.2833             46418 
      260.4200                  275.4824                  306.2690             46419 
      316.5777                  335.1181                  379.4774             46420 
      422.4856                  480.0461                  490.0589             46421 
      498.4594                  531.0575                  577.2877             46422 
      636.9061                  760.1922                  835.2720             46423 
      888.3624                  920.5537                  939.5383             46424 
      995.0625                  998.6923                 1028.4361             46425 
     1077.5173                 1107.9422                 1130.5252             46426 
     1149.5950                 1173.8471                 1207.7383             46427 
     1246.6502                 1309.2326                 1370.8297             46428 
     1372.7685                 1399.4716                 1401.5579             46429 
     1407.7158                 1436.3634                 1467.6463             46430 
     1488.4134                 1491.6668                 1504.5277             46431 
     1952.4917                 3080.8432                 3087.9865             46432 
     3097.6606                 3150.1210                 3161.3028             46433 
     3169.7429                 3743.8508                 3822.2475             46434 
Zero-point correction (Hartree): 0.150746 46435 
 46436 
TS.diHPCARP_Ic.16aldHshift.b.mpppud 46437 
----------------------------------- 46438 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14644410  46439 
Electronic state : 2-A 46440 
Cartesian coordinates (Angs): 46441 
     O      -2.127832     -1.693324      -0.330884 46442 
     H      -0.877004     -1.928024      -0.261219 46443 
     C       0.376620     -1.604630      -0.241283 46444 
     O      -2.271779     -0.717315       0.626198 46445 
     C       0.507473     -0.110054       0.144555 46446 
     C      -1.987094      0.555374       0.069547 46447 
     C      -0.629625      0.606932      -0.635287 46448 
     O       1.256872     -2.316230      -0.573263 46449 
     C       0.474070     -0.000747       1.665791 46450 
     O       1.695161      0.415937      -0.421235 46451 
     H       1.333385     -0.518700       2.082662 46452 
     H      -0.434345     -0.452199       2.055970 46453 
     H       0.508940      1.045183       1.957893 46454 
     O       2.830930     -0.136138       0.219983 46455 
     H       2.968504     -0.949535      -0.288644 46456 
     O      -0.319084      1.932159      -0.992083 46457 
     H      -0.716811      0.128077      -1.613013 46458 
     O       0.004344      2.673307       0.175120 46459 
     H       0.971903      2.642686       0.143132 46460 
     H      -2.761143      0.842200      -0.642729 46461 
     H      -1.990994      1.241899       0.915322 46462 
Rotational constants (GHz):    1.0981500    0.9543300    0.6220700 46463 
Vibrational harmonic frequencies (cm-1): 46464 
    i2079.7496                   75.5943                  109.0090             46465 
      142.4432                  146.2771                  168.7039             46466 
      204.6292                  224.5628                  255.8505             46467 
      274.5824                  292.8829                  312.5903             46468 
      344.0938                  368.7268                  380.5061             46469 
      399.0536                  409.5724                  448.0693             46470 
      503.6114                  536.1224                  589.9757             46471 
      633.3059                  727.9497                  819.0303             46472 
      868.3638                  931.1045                  975.4994             46473 
      992.4678                 1027.4704                 1044.9018             46474 
     1080.9496                 1125.6900                 1135.2591             46475 
     1162.2200                 1176.1456                 1212.7851             46476 
     1242.4343                 1281.0637                 1346.3515             46477 
     1386.2136                 1402.3059                 1423.0938             46478 
     1428.9429                 1442.5554                 1490.3901             46479 
     1498.2641                 1505.8026                 1564.3582             46480 
     1929.7779                 3086.7851                 3088.3791             46481 
     3099.6345                 3151.8589                 3180.6292             46482 
     3184.7572                 3764.8830                 3772.7431             46483 
Zero-point correction (Hartree): 0.151205 46484 
 46485 
TS.diHPCARP_Ic.16aldHshift.b.mptmud 46486 
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----------------------------------- 46487 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14927485  46488 
Electronic state : 2-A 46489 
Cartesian coordinates (Angs): 46490 
     O      -2.443155     -1.076843      -0.710270 46491 
     H      -1.275306     -1.588738      -0.659277 46492 
     C      -0.012439     -1.571801      -0.452366 46493 
     O      -2.445414     -0.379939       0.473386 46494 
     C       0.415620     -0.260603       0.249089 46495 
     C      -1.893657      0.905490       0.270302 46496 
     C      -0.464022      0.895259      -0.288288 46497 
     O       0.724628     -2.407471      -0.843394 46498 
     C       0.358438     -0.407715       1.761160 46499 
     O       1.718285      0.066945      -0.218059 46500 
     H       1.072354     -1.154964       2.093694 46501 
     H      -0.640489     -0.702054       2.073767 46502 
     H       0.615377      0.553210       2.206010 46503 
     O       2.688225     -0.803981       0.330945 46504 
     H       2.647044     -1.554552      -0.281690 46505 
     O       0.058450      2.141313       0.119098 46506 
     H      -0.474033      0.859850      -1.378433 46507 
     O       0.981276      2.615658      -0.844832 46508 
     H       1.783030      2.122496      -0.614634 46509 
     H      -2.527612      1.492455      -0.393350 46510 
     H      -1.882365      1.363052       1.259541 46511 
Rotational constants (GHz):    1.0698200    0.9204000    0.6116000 46512 
Vibrational harmonic frequencies (cm-1): 46513 
    i2032.0345                   62.9977                   96.2189             46514 
      156.8085                  178.6747                  187.8268             46515 
      193.9543                  221.1889                  249.2329             46516 
      263.3524                  309.9406                  317.8891             46517 
      354.9124                  365.4150                  389.5798             46518 
      428.6632                  439.1814                  448.0644             46519 
      495.7604                  513.8056                  563.5404             46520 
      639.7424                  713.7815                  818.3733             46521 
      886.3043                  934.4547                  971.5337             46522 
     1014.9711                 1034.6663                 1046.9739             46523 
     1078.2945                 1107.1359                 1144.4454             46524 
     1168.3662                 1182.9451                 1204.5717             46525 
     1247.2427                 1291.6192                 1339.1726             46526 
     1385.8219                 1401.6652                 1413.6028             46527 
     1444.6703                 1454.8818                 1485.0622             46528 
     1499.0775                 1502.3517                 1565.6390             46529 
     1925.1305                 3085.1639                 3090.4414             46530 
     3098.1777                 3148.0176                 3166.6803             46531 
     3184.3697                 3756.2014                 3769.8528             46532 
Zero-point correction (Hartree): 0.151358 46533 
 46534 
TS.diHPCARP_Ic.16aldHshift.b.pmppud 46535 
----------------------------------- 46536 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14910691  46537 
Electronic state : 2-A 46538 
Cartesian coordinates (Angs): 46539 
     O       2.504898      0.704183      -0.653197 46540 
     H       1.529076      1.435578      -0.297808 46541 
     C       0.297736      1.678246       0.034592 46542 
     O       2.406268     -0.333819       0.243465 46543 
     C      -0.383174      0.339478       0.409594 46544 
     C       1.495764     -1.308076      -0.239587 46545 
     C       0.134754     -0.711300      -0.608315 46546 
     O      -0.228852      2.730152      -0.027717 46547 
     C      -0.097366      0.081605       1.886930 46548 
     O      -1.784257      0.473050       0.332462 46549 
     H      -0.552580      0.878598       2.472623 46550 
     H       0.973488      0.072471       2.070733 46551 
     H      -0.519501     -0.873460       2.185092 46552 
     O      -2.146931      0.827306      -0.993422 46553 
     H      -2.243402      1.787417      -0.911722 46554 
     O      -0.796838     -1.732763      -0.863264 46555 
     H       0.209079     -0.229053      -1.584030 46556 
     O      -1.127997     -2.386017       0.355215 46557 
     H      -1.982662     -1.975626       0.549649 46558 
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     H       1.908753     -1.815274      -1.111762 46559 
     H       1.381141     -2.017105       0.579601 46560 
Rotational constants (GHz):    1.0710600    0.9953900    0.6648200 46561 
Vibrational harmonic frequencies (cm-1): 46562 
    i2067.8612                   81.2493                  112.9203             46563 
      149.3649                  157.0044                  170.6189             46564 
      183.7872                  223.4540                  238.9183             46565 
      271.9647                  294.4512                  327.3072             46566 
      344.6400                  364.2629                  374.6366             46567 
      400.4494                  420.3040                  435.7236             46568 
      482.6095                  556.6386                  584.4671             46569 
      657.6107                  737.4061                  826.6028             46570 
      861.0807                  944.1200                  974.8507             46571 
      990.8559                 1007.4110                 1056.6240             46572 
     1076.9270                 1122.5322                 1133.3653             46573 
     1158.8293                 1178.3506                 1203.3027             46574 
     1257.7722                 1284.1964                 1346.3769             46575 
     1382.7130                 1402.8596                 1416.6750             46576 
     1426.0756                 1429.4385                 1493.0088             46577 
     1495.1074                 1508.3126                 1565.6803             46578 
     1938.0536                 3085.7690                 3090.5665             46579 
     3103.6042                 3149.8057                 3168.7762             46580 
     3189.6831                 3779.6365                 3785.5323             46581 
Zero-point correction (Hartree): 0.151280 46582 
 46583 
TS.diHPCARP_Ic.16aldHshift.b.pmtmud 46584 
----------------------------------- 46585 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15111359  46586 
Electronic state : 2-A 46587 
Cartesian coordinates (Angs): 46588 
     O       2.511634      0.081587      -0.989197 46589 
     H       1.737361      1.028626      -0.650881 46590 
     C       0.661413      1.533239      -0.164606 46591 
     O       2.391501     -0.730006       0.113434 46592 
     C      -0.202774      0.429204       0.483530 46593 
     C       1.296670     -1.608501      -0.059946 46594 
     C      -0.045599     -0.899527      -0.289617 46595 
     O       0.353299      2.666099      -0.273659 46596 
     C       0.143651      0.312667       1.961306 46597 
     O      -1.557405      0.848769       0.474454 46598 
     H      -0.097212      1.246636       2.464563 46599 
     H       1.201257      0.096202       2.088650 46600 
     H      -0.449915     -0.492305       2.392294 46601 
     O      -1.951956      1.143802      -0.859842 46602 
     H      -1.859356      2.107568      -0.877047 46603 
     O      -0.998857     -1.831912       0.180417 46604 
     H      -0.219032     -0.724928      -1.350795 46605 
     O      -2.188470     -1.730331      -0.580206 46606 
     H      -2.641607     -0.983673      -0.161777 46607 
     H       1.487053     -2.294034      -0.884872 46608 
     H       1.243330     -2.170661       0.872651 46609 
Rotational constants (GHz):    1.1063400    0.9327600    0.6483100 46610 
Vibrational harmonic frequencies (cm-1): 46611 
    i2040.6513                   71.0471                   90.0330             46612 
      160.9176                  170.6014                  176.5005             46613 
      215.6917                  220.8237                  231.8938             46614 
      264.6683                  286.1427                  331.3315             46615 
      346.1891                  370.1126                  383.9938             46616 
      407.0512                  434.9552                  447.9957             46617 
      489.1640                  511.5788                  577.2628             46618 
      650.9950                  717.5969                  826.9172             46619 
      877.7416                  940.5410                  971.8431             46620 
     1000.9117                 1033.7884                 1046.1572             46621 
     1073.2026                 1102.9007                 1141.5970             46622 
     1162.1564                 1188.9973                 1196.8472             46623 
     1256.9682                 1291.0484                 1340.0538             46624 
     1381.9039                 1399.9055                 1411.7261             46625 
     1413.2685                 1432.7514                 1487.4409             46626 
     1497.0019                 1502.7258                 1562.8035             46627 
     1933.8226                 3082.2437                 3089.2330             46628 
     3113.9367                 3146.3057                 3161.8650             46629 
     3178.0891                 3778.6989                 3782.2066             46630 
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Zero-point correction (Hartree): 0.151189 46631 
 46632 
TS.diHPCARP_Ic.16aldHshift.b.ppppud 46633 
----------------------------------- 46634 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14822747  46635 
Electronic state : 2-A 46636 
Cartesian coordinates (Angs): 46637 
     O       2.570115     -0.116194      -0.746428 46638 
     H       1.852315      0.919698      -0.437563 46639 
     C       0.805053      1.542845      -0.030541 46640 
     O       2.196674     -1.006460       0.234959 46641 
     C      -0.250011      0.481686       0.389840 46642 
     C       1.024108     -1.696589      -0.161466 46643 
     C      -0.083142     -0.725118      -0.565791 46644 
     O       0.685652      2.708591       0.017608 46645 
     C      -0.039146      0.226852       1.879867 46646 
     O      -1.555396      1.004438       0.290102 46647 
     H      -0.273830      1.142996       2.418926 46648 
     H       0.995264     -0.044990       2.074294 46649 
     H      -0.686415     -0.574693       2.225054 46650 
     O      -1.807075      1.367066      -1.059516 46651 
     H      -2.203035      0.555025      -1.410445 46652 
     O      -1.307775     -1.396485      -0.785129 46653 
     H       0.141394     -0.340189      -1.561850 46654 
     O      -1.798585     -1.910094       0.445796 46655 
     H      -2.396105     -1.200712       0.724778 46656 
     H       1.236615     -2.366928      -0.994899 46657 
     H       0.723742     -2.275158       0.711113 46658 
Rotational constants (GHz):    1.0760700    0.9875000    0.6678900 46659 
Vibrational harmonic frequencies (cm-1): 46660 
    i1917.3977                   74.9687                  120.6616             46661 
      147.4621                  157.7556                  187.3277             46662 
      207.2669                  226.6778                  238.6124             46663 
      271.4127                  295.6935                  329.3807             46664 
      360.3136                  369.4942                  399.5810             46665 
      420.6668                  438.7464                  474.9052             46666 
      486.5405                  554.2440                  576.7102             46667 
      653.6034                  736.3174                  821.7172             46668 
      860.6879                  945.3766                  974.6135             46669 
      991.3186                 1010.0993                 1055.5854             46670 
     1081.5210                 1122.8933                 1130.7771             46671 
     1153.4642                 1178.3113                 1206.2265             46672 
     1258.5629                 1286.9790                 1354.5003             46673 
     1382.1896                 1405.3722                 1417.1707             46674 
     1429.4738                 1440.2771                 1493.4423             46675 
     1497.6343                 1510.0599                 1571.7777             46676 
     1965.4751                 3085.6322                 3089.7543             46677 
     3099.5501                 3151.3801                 3169.2657             46678 
     3182.3496                 3768.2699                 3771.5983             46679 
Zero-point correction (Hartree): 0.151707 46680 
 46681 
TS.diHPCARP_Ic.16aldHshift.e.mpmpdu 46682 
----------------------------------- 46683 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14577406  46684 
Electronic state : 2-A 46685 
Cartesian coordinates (Angs): 46686 
     O       1.376976     -1.457655       1.092425 46687 
     H       0.458321     -0.624355       1.502937 46688 
     C      -0.675977     -0.127300       1.231647 46689 
     O       0.734822     -1.926783      -0.033548 46690 
     C      -0.676124      0.654987      -0.110951 46691 
     C       1.020809     -1.081238      -1.134231 46692 
     C       0.558353      0.380666      -1.002686 46693 
     O      -1.637064     -0.355163       1.870759 46694 
     C      -0.811862      2.135643       0.224018 46695 
     O      -1.870041      0.351343      -0.800431 46696 
     H       0.008737      2.462137       0.854892 46697 
     H      -1.761079      2.290706       0.732199 46698 
     H      -0.795858      2.706737      -0.702538 46699 
     O      -1.879574     -1.025630      -1.141497 46700 
     H      -2.426674     -1.402756      -0.437713 46701 
     O       1.633842      1.261192      -0.721308 46702 
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     H       0.261736      0.711517      -2.001266 46703 
     O       1.986810      1.201329       0.652623 46704 
     H       2.400921      0.327436       0.743235 46705 
     H       2.096492     -1.081279      -1.328561 46706 
     H       0.500043     -1.555755      -1.962138 46707 
Rotational constants (GHz):    1.1336400    0.9395200    0.8153100 46708 
Vibrational harmonic frequencies (cm-1): 46709 
    i1898.1384                   56.7240                   98.8277             46710 
      150.5186                  167.2809                  196.3732             46711 
      216.8335                  228.9371                  239.3882             46712 
      265.9075                  294.0761                  322.0149             46713 
      355.0252                  365.2182                  397.5727             46714 
      416.6574                  434.5934                  470.9515             46715 
      507.8171                  559.1182                  617.6688             46716 
      666.7769                  759.6159                  807.6890             46717 
      850.0649                  943.0481                  963.0688             46718 
      992.0381                 1039.1097                 1052.1536             46719 
     1061.8370                 1117.7263                 1134.6305             46720 
     1173.3118                 1180.7071                 1227.6961             46721 
     1236.9862                 1300.7191                 1350.9072             46722 
     1369.4934                 1403.4239                 1411.1909             46723 
     1416.0456                 1461.2704                 1480.4504             46724 
     1489.9435                 1497.2454                 1599.2140             46725 
     1941.1544                 3065.9291                 3085.4865             46726 
     3087.1441                 3157.9400                 3166.1298             46727 
     3191.8651                 3722.3645                 3785.0142             46728 
Zero-point correction (Hartree): 0.151614 46729 
 46730 
TS.diHPCARP_Ic.16aldHshift.e.pmmpdu 46731 
----------------------------------- 46732 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14484012  46733 
Electronic state : 2-A 46734 
Cartesian coordinates (Angs): 46735 
     O       1.746634     -1.183577       1.079446 46736 
     H       0.600835     -0.637443       1.423910 46737 
     C      -0.518630     -0.122538       1.206425 46738 
     O       1.340071     -1.783123      -0.088340 46739 
     C      -0.696381      0.326765      -0.276586 46740 
     C       1.449893     -0.868547      -1.163117 46741 
     C       0.632142      0.426887      -1.047016 46742 
     O      -1.361765     -0.062494       2.026687 46743 
     C      -1.464879      1.632260      -0.321355 46744 
     O      -1.359600     -0.738423      -0.950588 46745 
     H      -0.868971      2.419099       0.135277 46746 
     H      -2.404355      1.531711       0.212381 46747 
     H      -1.663063      1.887793      -1.361841 46748 
     O      -2.703972     -0.825392      -0.521434 46749 
     H      -2.667432     -1.529097       0.140905 46750 
     O       1.397094      1.546330      -0.636615 46751 
     H       0.362094      0.706081      -2.068867 46752 
     O       1.501123      1.594404       0.777470 46753 
     H       2.160146      0.907299       0.970602 46754 
     H       2.496884     -0.595052      -1.317309 46755 
     H       1.094311     -1.441158      -2.018174 46756 
Rotational constants (GHz):    1.2087300    0.8441800    0.7776400 46757 
Vibrational harmonic frequencies (cm-1): 46758 
    i1829.7674                   30.9197                  110.1076             46759 
      129.3786                  146.1349                  162.6753             46760 
      173.3541                  223.5936                  246.5074             46761 
      269.8449                  283.2449                  307.8929             46762 
      323.3951                  352.8082                  378.2195             46763 
      425.8548                  458.9413                  474.6652             46764 
      526.1793                  546.3742                  577.1653             46765 
      641.1437                  765.0052                  802.9255             46766 
      847.8614                  925.7214                  968.3997             46767 
      999.5350                 1046.7454                 1050.6576             46768 
     1062.9535                 1118.0364                 1144.0040             46769 
     1161.2259                 1186.9464                 1206.1373             46770 
     1256.7634                 1302.0253                 1364.1823             46771 
     1380.4233                 1404.9502                 1412.6658             46772 
     1428.1320                 1449.1362                 1473.6804             46773 
     1483.6593                 1498.3337                 1547.3270             46774 
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     1935.2114                 3065.0354                 3080.5549             46775 
     3085.6064                 3143.0547                 3165.3421             46776 
     3192.2652                 3719.5297                 3795.0041             46777 
Zero-point correction (Hartree): 0.150946 46778 
 46779 
TS.diHPCARP_Ic.16aldHshift.e.pptmud 46780 
----------------------------------- 46781 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14973277  46782 
Electronic state : 2-A 46783 
Cartesian coordinates (Angs): 46784 
     O       2.426351     -0.404054      -1.077155 46785 
     H       1.780610      0.706959      -0.830463 46786 
     C       0.931707      1.401984      -0.204812 46787 
     O       2.231066     -1.047935       0.123670 46788 
     C      -0.152031      0.490241       0.447344 46789 
     C       1.021492     -1.774465       0.068406 46790 
     C      -0.186426     -0.884738      -0.245724 46791 
     O       0.988436      2.569013      -0.094664 46792 
     C       0.104518      0.412458       1.943538 46793 
     O      -1.402234      1.137948       0.323788 46794 
     H      -0.005354      1.405812       2.372688 46795 
     H       1.110808      0.048184       2.137983 46796 
     H      -0.620328     -0.261931       2.397615 46797 
     O      -1.646925      1.398592      -1.050823 46798 
     H      -2.131317      0.600854      -1.318010 46799 
     O      -1.281938     -1.655990       0.216799 46800 
     H      -0.274569     -0.751330      -1.324333 46801 
     O      -2.468697     -1.254432      -0.457322 46802 
     H      -2.935536     -0.785443       0.248636 46803 
     H       1.086949     -2.571053      -0.672105 46804 
     H       0.904699     -2.210065       1.061128 46805 
Rotational constants (GHz):    1.1198900    0.9269100    0.6562900 46806 
Vibrational harmonic frequencies (cm-1): 46807 
    i1816.7582                   64.4044                  103.3896             46808 
      151.9976                  177.8096                  193.6046             46809 
      210.7607                  227.5079                  234.6597             46810 
      267.6461                  272.0408                  318.7367             46811 
      348.1842                  376.4894                  392.4690             46812 
      419.8414                  462.8764                  491.9427             46813 
      512.1584                  558.5269                  578.6092             46814 
      660.8343                  701.4737                  817.4159             46815 
      876.4941                  945.6752                  976.7141             46816 
     1006.0106                 1026.5432                 1050.4614             46817 
     1091.7938                 1104.3725                 1134.4973             46818 
     1157.7324                 1186.2206                 1201.9925             46819 
     1268.2518                 1291.7180                 1347.2304             46820 
     1387.5290                 1403.2222                 1416.1039             46821 
     1416.2705                 1445.5945                 1487.7527             46822 
     1495.9189                 1503.4669                 1573.9906             46823 
     1961.5786                 3080.3481                 3087.0329             46824 
     3103.7292                 3143.3369                 3161.6158             46825 
     3172.4639                 3726.0075                 3791.9120             46826 
Zero-point correction (Hartree): 0.151651 46827 
 46828 
TS.diHPCARP_Ic.16aldHshift.e.pptpud 46829 
----------------------------------- 46830 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14829469  46831 
Electronic state : 2-A 46832 
Cartesian coordinates (Angs): 46833 
     O       2.361108     -0.594030      -1.118924 46834 
     H       1.794998      0.576357      -0.886914 46835 
     C       1.013100      1.346772      -0.273358 46836 
     O       2.162538     -1.181738       0.109337 46837 
     C      -0.102839      0.536733       0.457372 46838 
     C       0.901039     -1.814277       0.121996 46839 
     C      -0.248412     -0.851539      -0.196849 46840 
     O       1.142521      2.512594      -0.231922 46841 
     C       0.219513      0.479046       1.942726 46842 
     O      -1.302338      1.265401       0.382075 46843 
     H       0.194777      1.488771       2.346292 46844 
     H       1.206310      0.052273       2.106509 46845 
     H      -0.534374     -0.127520       2.442617 46846 
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     O      -1.630757      1.468254      -0.984676 46847 
     H      -2.290396      0.770005      -1.114903 46848 
     O      -1.389759     -1.526185       0.309316 46849 
     H      -0.350201     -0.736955      -1.275712 46850 
     O      -2.542274     -1.121229      -0.418332 46851 
     H      -2.792352     -1.945100      -0.854774 46852 
     H       0.884346     -2.644072      -0.585079 46853 
     H       0.784173     -2.198719       1.135661 46854 
Rotational constants (GHz):    1.1072200    0.9245900    0.6528700 46855 
Vibrational harmonic frequencies (cm-1): 46856 
    i1762.3477                   62.3132                   99.7955             46857 
      147.3584                  169.4960                  201.8477             46858 
      211.7198                  231.2916                  233.7937             46859 
      253.2779                  269.2173                  286.9472             46860 
      326.0150                  351.8314                  383.6509             46861 
      416.4009                  458.6208                  479.9640             46862 
      493.4995                  511.6231                  563.7896             46863 
      656.9262                  704.0300                  817.3689             46864 
      871.0066                  949.3443                  977.7060             46865 
     1004.2920                 1027.3707                 1056.3519             46866 
     1090.2344                 1099.1580                 1133.3421             46867 
     1158.6188                 1183.3881                 1206.7260             46868 
     1268.6404                 1291.1683                 1345.9114             46869 
     1384.7402                 1400.5036                 1402.9297             46870 
     1420.5878                 1449.6200                 1486.2978             46871 
     1499.0215                 1503.1480                 1576.0682             46872 
     1960.9455                 3081.2684                 3082.4891             46873 
     3109.8720                 3140.1048                 3163.5545             46874 
     3174.2102                 3757.0802                 3821.0428             46875 
Zero-point correction (Hartree): 0.151287 46876 
 46877 
 46878 
 46879 
1,6-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-46880 
HPCARP-Ia), forming B' (di-HPCARP-Ib) 46881 
======================================================================================46882 
================================= 46883 
 46884 
TS.diHPCARP_I.16OOHHshift.a.lmmpdu 46885 
---------------------------------- 46886 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14434491  46887 
Electronic state : 2-A 46888 
Cartesian coordinates (Angs): 46889 
     O      -2.716305      0.447415       0.027728 46890 
     H      -2.618942     -0.615690      -0.489138 46891 
     O      -2.034622     -1.542799      -0.888764 46892 
     O      -1.623520      1.096905      -0.446602 46893 
     O      -1.023327     -1.670124       0.007633 46894 
     C      -0.404771      0.686725       0.237801 46895 
     C       0.020480     -0.708606      -0.228284 46896 
     C      -0.563426      0.827288       1.741080 46897 
     H      -1.193622      0.031409       2.131033 46898 
     H      -1.027601      1.785138       1.970339 46899 
     H       0.413714      0.781273       2.220975 46900 
     C       0.508772      1.797633      -0.283472 46901 
     O       1.427799      1.651566      -1.035994 46902 
     H       0.210115      2.800353       0.068105 46903 
     H       0.237573     -0.692382      -1.297684 46904 
     C       1.172798     -1.308211       0.580786 46905 
     O       2.293107     -0.470280       0.679346 46906 
     H       0.839756     -1.472480       1.606566 46907 
     H       1.450236     -2.267403       0.144221 46908 
     O       3.002092     -0.557251      -0.547707 46909 
     H       2.683854      0.237356      -1.007008 46910 
Rotational constants (GHz):    1.3914700    0.7705300    0.6271800 46911 
Vibrational harmonic frequencies (cm-1): 46912 
    i2900.2710                   63.6798                   74.5514             46913 
      109.2574                  170.6995                  200.3188             46914 
      216.4924                  259.4547                  271.6244             46915 
      284.6808                  306.6560                  321.0620             46916 
      357.5527                  384.0491                  418.7451             46917 
      469.1397                  506.7588                  517.4270             46918 
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      534.2904                  588.3693                  691.5843             46919 
      702.5792                  750.2962                  893.4542             46920 
      942.7683                  953.6142                  984.0406             46921 
     1026.8572                 1051.5114                 1065.6648             46922 
     1117.7405                 1127.3551                 1143.5065             46923 
     1159.7511                 1182.0620                 1225.3039             46924 
     1268.6950                 1293.9434                 1331.5224             46925 
     1394.6947                 1408.3468                 1412.6068             46926 
     1427.6957                 1464.7999                 1480.8461             46927 
     1498.5681                 1506.7922                 1508.2370             46928 
     1873.7097                 2995.6367                 3076.8281             46929 
     3086.0078                 3101.7863                 3139.0855             46930 
     3154.5228                 3167.9279                 3732.2629             46931 
Zero-point correction (Hartree): 0.151264 46932 
 46933 
TS.diHPCARP_I.16OOHHshift.a.tpppud 46934 
---------------------------------- 46935 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14493614  46936 
Electronic state : 2-A 46937 
Cartesian coordinates (Angs): 46938 
     O       2.287396      0.904962      -0.690930 46939 
     H       1.653419      1.765264      -0.172729 46940 
     O       0.745521      2.233207       0.385918 46941 
     O       1.347741      0.144040      -1.319845 46942 
     O       0.340550      1.226626       1.211248 46943 
     C       0.602904     -0.629768      -0.357025 46944 
     C      -0.364729      0.228337       0.452364 46945 
     C      -0.111266     -1.687888      -1.186097 46946 
     H       0.624768     -2.349152      -1.642700 46947 
     H      -0.698120     -1.218228      -1.972214 46948 
     H      -0.776720     -2.267468      -0.549575 46949 
     C       1.595090     -1.352112       0.553993 46950 
     O       1.280299     -1.805731       1.613675 46951 
     H       2.603036     -1.483878       0.123381 46952 
     H      -0.801903     -0.409231       1.220493 46953 
     C      -1.479117      0.891550      -0.355096 46954 
     O      -2.519787     -0.014299      -0.655392 46955 
     H      -1.859003      1.746518       0.206831 46956 
     H      -1.126354      1.231800      -1.328317 46957 
     O      -3.118737     -0.406428       0.574088 46958 
     H      -3.980282      0.024643       0.515894 46959 
Rotational constants (GHz):    1.2117100    0.7732000    0.6582500 46960 
Vibrational harmonic frequencies (cm-1): 46961 
    i3042.5491                   55.7411                   71.1577             46962 
      100.0396                  153.0256                  177.5545             46963 
      199.7026                  207.6340                  240.5190             46964 
      264.1334                  295.9211                  304.4288             46965 
      311.3865                  341.9520                  352.3221             46966 
      415.0145                  464.0325                  534.2315             46967 
      559.5704                  635.6343                  677.6734             46968 
      697.0175                  805.5530                  914.4518             46969 
      946.0870                  956.3284                  970.5028             46970 
     1002.1026                 1045.8024                 1064.6635             46971 
     1111.4496                 1115.7534                 1132.5787             46972 
     1142.3733                 1161.4783                 1235.1781             46973 
     1259.2150                 1291.1578                 1336.1268             46974 
     1391.0240                 1395.1477                 1401.6162             46975 
     1412.3709                 1425.0531                 1478.4912             46976 
     1483.2930                 1484.3724                 1502.8183             46977 
     1874.2665                 2991.1335                 3075.6736             46978 
     3078.5656                 3129.4750                 3143.6605             46979 
     3154.5348                 3171.3544                 3825.5539             46980 
Zero-point correction (Hartree): 0.150286 46981 
 46982 
TS.diHPCARP_I.16OOHHshift.a.ttmpud 46983 
---------------------------------- 46984 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14416966  46985 
Electronic state : 2-A 46986 
Cartesian coordinates (Angs): 46987 
     O       1.602320      1.830632      -0.214718 46988 
     H       0.488196      2.122941       0.098806 46989 
     O      -0.620551      1.931987       0.375006 46990 
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     O       1.426610      0.794289      -1.082285 46991 
     O      -0.573320      0.755562       1.060490 46992 
     C       1.058561     -0.397242      -0.362023 46993 
     C      -0.375270     -0.346286       0.156954 46994 
     C       1.266872     -1.530127      -1.358777 46995 
     H       2.325606     -1.620173      -1.598968 46996 
     H       0.723474     -1.326268      -2.279629 46997 
     H       0.919539     -2.467864      -0.928513 46998 
     C       2.053523     -0.599637       0.781767 46999 
     O       1.827902     -1.325662       1.703559 47000 
     H       3.018702     -0.080893       0.651114 47001 
     H      -0.509718     -1.210411       0.806981 47002 
     C      -1.430253     -0.337707      -0.945935 47003 
     O      -2.696103      0.038575      -0.467093 47004 
     H      -1.199527      0.406298      -1.707972 47005 
     H      -1.475877     -1.329138      -1.402435 47006 
     O      -3.061146     -0.886604       0.548529 47007 
     H      -2.976688     -0.338725       1.340804 47008 
Rotational constants (GHz):    1.3242900    0.7267800    0.6538500 47009 
Vibrational harmonic frequencies (cm-1): 47010 
    i2975.4805                   59.1082                   79.4399             47011 
       95.1037                  136.0569                  186.2043             47012 
      203.4302                  219.9171                  263.4117             47013 
      283.2168                  300.7865                  306.8149             47014 
      320.4928                  336.2947                  367.2148             47015 
      400.0281                  460.1567                  553.5999             47016 
      572.6181                  623.0448                  695.1268             47017 
      727.4341                  813.2429                  898.7853             47018 
      939.9861                  956.9262                  974.0674             47019 
      988.9245                 1043.5685                 1059.0203             47020 
     1103.0891                 1123.1796                 1135.4687             47021 
     1150.8918                 1172.4725                 1231.3044             47022 
     1260.1989                 1305.0085                 1337.1072             47023 
     1396.3341                 1401.4386                 1407.9087             47024 
     1412.4614                 1420.3205                 1482.2926             47025 
     1483.8891                 1487.5563                 1508.3644             47026 
     1873.9264                 2998.2074                 3067.6282             47027 
     3074.9898                 3124.5409                 3140.0778             47028 
     3151.8522                 3164.1073                 3799.4625             47029 
Zero-point correction (Hartree): 0.150537 47030 
 47031 
TS.diHPCARP_I.16OOHHshift.b.hppmud 47032 
---------------------------------- 47033 
IRC pathway available 47034 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17424011  47035 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05083632  47036 
     T1 diagnostic:  0.025808  47037 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00671798  47038 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02328156  47039 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01669881  47040 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02896091  47041 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47563139  47042 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46157635  47043 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14834725  47044 
Electronic state : 2-A 47045 
Cartesian coordinates (Angs): 47046 
     O       2.725577      0.403701       0.210175 47047 
     H       2.456654     -0.753594       0.160297 47048 
     O       1.811152     -1.724422      -0.029248 47049 
     O       1.721258      0.955920      -0.508303 47050 
     O       0.982955     -1.352371      -1.038247 47051 
     C       0.423037      0.720480       0.097679 47052 
     C      -0.117861     -0.584391      -0.532767 47053 
     C       0.485584      0.767978       1.618614 47054 
     H       0.961944      1.693968       1.938309 47055 
     H       1.060416     -0.068097       2.006481 47056 
     H      -0.527312      0.722943       2.014280 47057 
     C      -0.384194      1.932349      -0.337600 47058 
     O      -1.540335      1.889369      -0.653344 47059 
     H       0.173826      2.883513      -0.303229 47060 
     H      -0.666599     -0.332616      -1.440019 47061 
     C      -0.999648     -1.444063       0.360393 47062 
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     O      -2.128020     -0.729769       0.807476 47063 
     H      -1.302189     -2.338181      -0.186627 47064 
     H      -0.467305     -1.740164       1.263881 47065 
     O      -2.990193     -0.542436      -0.306874 47066 
     H      -2.790098      0.378185      -0.544363 47067 
Rotational constants (GHz):    1.3755900    0.8153700    0.6333100 47068 
Vibrational harmonic frequencies (cm-1): 47069 
    i2676.1886                   83.3658                  106.6685             47070 
      120.3894                  178.5769                  183.0831             47071 
      234.9120                  253.2197                  273.9713             47072 
      291.9858                  332.9093                  338.1520             47073 
      359.2638                  381.5088                  450.8964             47074 
      466.0848                  509.3601                  546.5559             47075 
      558.7093                  619.8472                  676.2162             47076 
      683.0533                  776.6157                  850.3227             47077 
      911.7178                  951.6124                  969.0647             47078 
      980.4807                 1016.8024                 1058.1151             47079 
     1117.9840                 1129.0212                 1151.5976             47080 
     1159.2608                 1172.7698                 1232.9429             47081 
     1255.0153                 1291.1161                 1343.1677             47082 
     1399.4054                 1403.1287                 1409.3041             47083 
     1419.6748                 1464.4725                 1484.9526             47084 
     1495.0830                 1508.2320                 1697.1141             47085 
     1861.3295                 3003.3154                 3081.8990             47086 
     3084.8889                 3120.5555                 3146.0366             47087 
     3160.4392                 3179.0963                 3712.6952             47088 
Zero-point correction (Hartree): 0.151835 47089 
 47090 
TS.diHPCARP_I.16OOHHshift.b.lmmpdu 47091 
---------------------------------- 47092 
IRC pathway available 47093 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17821887  47094 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05514167  47095 
     T1 diagnostic:  0.026666  47096 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01074247  47097 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02724143  47098 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.02028946  47099 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03271031  47100 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.48108139  47101 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46760514  47102 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15172859  47103 
Electronic state : 2-A 47104 
Cartesian coordinates (Angs): 47105 
     O      -2.360896      0.544569      -0.753197 47106 
     H      -2.286010     -0.654526      -0.913879 47107 
     O      -1.908597     -1.743106      -0.768614 47108 
     O      -1.850817      0.717738       0.491853 47109 
     O      -1.059080     -1.614281       0.280296 47110 
     C      -0.408363      0.677566       0.446450 47111 
     C       0.014657     -0.720465      -0.057444 47112 
     C       0.006987      1.005617       1.871518 47113 
     H      -0.395461      0.249900       2.545256 47114 
     H      -0.403394      1.973514       2.156705 47115 
     H       1.090994      1.033709       1.951617 47116 
     C       0.047259      1.799095      -0.469646 47117 
     O       1.025408      1.741641      -1.162400 47118 
     H      -0.581618      2.704943      -0.429369 47119 
     H       0.121891     -0.719482      -1.141150 47120 
     C       1.268383     -1.298221       0.585828 47121 
     O       2.372688     -0.439336       0.450838 47122 
     H       1.125231     -1.420334       1.660077 47123 
     H       1.480839     -2.271464       0.142157 47124 
     O       2.769334     -0.462428      -0.913385 47125 
     H       2.369674      0.363811      -1.234779 47126 
Rotational constants (GHz):    1.2743100    0.8126200    0.6743900 47127 
Vibrational harmonic frequencies (cm-1): 47128 
    i2662.3113                   78.3717                  103.0898             47129 
      108.9915                  166.6819                  191.8717             47130 
      239.3973                  251.6507                  274.2430             47131 
      284.8295                  323.5506                  335.6778             47132 
      350.6651                  375.3111                  421.0253             47133 
      506.5024                  533.8289                  552.4292             47134 
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      566.0777                  605.3682                  667.2356             47135 
      689.8052                  754.7207                  827.3945             47136 
      923.4620                  948.5696                  961.1911             47137 
      982.9138                 1044.5715                 1063.3959             47138 
     1121.5993                 1134.0600                 1158.9712             47139 
     1160.6258                 1186.8282                 1235.3132             47140 
     1265.5009                 1295.7169                 1343.7101             47141 
     1393.3001                 1403.4930                 1410.6745             47142 
     1416.8225                 1473.6435                 1484.2299             47143 
     1500.6762                 1506.4569                 1703.2302             47144 
     1861.3835                 3001.0513                 3074.8591             47145 
     3084.1789                 3123.0653                 3140.4417             47146 
     3149.4677                 3174.9563                 3699.7490             47147 
Zero-point correction (Hartree): 0.151810 47148 
 47149 
TS.diHPCARP_I.16OOHHshift.b.lppmdu 47150 
---------------------------------- 47151 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14488929  47152 
Electronic state : 2-A 47153 
Cartesian coordinates (Angs): 47154 
     O       2.021212      1.530517       0.109810 47155 
     H       1.086076      2.139324      -0.334220 47156 
     O      -0.024628      2.375276      -0.630174 47157 
     O       1.451682      0.720601       1.036580 47158 
     O      -0.688359      1.336944      -0.064570 47159 
     C       0.843760     -0.423859       0.401058 47160 
     C      -0.207930      0.085499      -0.600923 47161 
     C       0.319858     -1.243865       1.569487 47162 
     H      -0.401449     -0.660624       2.136560 47163 
     H       1.153478     -1.511286       2.218630 47164 
     H      -0.162686     -2.151813       1.215635 47165 
     C       1.924909     -1.224313      -0.305649 47166 
     O       1.707093     -1.858718      -1.297944 47167 
     H       2.913933     -1.209170       0.186621 47168 
     H       0.269049      0.299139      -1.556633 47169 
     C      -1.397278     -0.828842      -0.846485 47170 
     O      -2.254403     -0.926572       0.272177 47171 
     H      -1.968698     -0.477241      -1.704635 47172 
     H      -1.029041     -1.835427      -1.050406 47173 
     O      -3.214519      0.115934       0.198545 47174 
     H      -2.745208      0.867533       0.588130 47175 
Rotational constants (GHz):    1.2184600    0.8179300    0.6310600 47176 
Vibrational harmonic frequencies (cm-1): 47177 
    i2745.0758                   60.6123                   80.1626             47178 
       99.3282                  137.7034                  165.8541             47179 
      195.0673                  251.2977                  255.9589             47180 
      277.1800                  305.3928                  322.5850             47181 
      353.9204                  356.9555                  360.3513             47182 
      435.0652                  503.5558                  523.7223             47183 
      543.7392                  662.7144                  679.5627             47184 
      684.4755                  798.5689                  845.9914             47185 
      900.9616                  928.6703                  961.0510             47186 
      981.4619                  998.3223                 1045.0653             47187 
     1109.3126                 1136.6215                 1152.0978             47188 
     1161.0902                 1170.3849                 1230.7932             47189 
     1268.2442                 1313.6095                 1359.9980             47190 
     1382.0469                 1396.7861                 1404.6035             47191 
     1415.1613                 1440.2293                 1472.2150             47192 
     1484.9754                 1498.8265                 1703.7372             47193 
     1866.2845                 2985.2424                 3078.5754             47194 
     3087.3106                 3121.6287                 3142.3984             47195 
     3156.8986                 3176.8493                 3781.6115             47196 
Zero-point correction (Hartree): 0.150844 47197 
 47198 
TS.diHPCARP_I.16OOHHshift.b.lpppdu 47199 
---------------------------------- 47200 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14297900  47201 
Electronic state : 2-A 47202 
Cartesian coordinates (Angs): 47203 
     O       2.358376      0.951546       0.182657 47204 
     H       1.664435      1.824566      -0.301692 47205 
     O       0.701415      2.375604      -0.642631 47206 
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     O       1.526440      0.368971       1.080650 47207 
     O      -0.275425      1.599357      -0.107173 47208 
     C       0.620397     -0.544020       0.421657 47209 
     C      -0.159503      0.260067      -0.632441 47210 
     C      -0.178007     -1.134371       1.572630 47211 
     H      -0.795508     -0.361754       2.026154 47212 
     H       0.519707     -1.520866       2.315381 47213 
     H      -0.819634     -1.937049       1.221260 47214 
     C       1.437177     -1.648484      -0.226548 47215 
     O       1.115591     -2.173817      -1.254350 47216 
     H       2.333337     -1.956379       0.341768 47217 
     H       0.447319      0.334288      -1.535728 47218 
     C      -1.506311     -0.263749      -1.100325 47219 
     O      -2.427808     -0.654670      -0.110808 47220 
     H      -1.947970      0.494436      -1.753058 47221 
     H      -1.328162     -1.176904      -1.670192 47222 
     O      -2.717451      0.478857       0.695122 47223 
     H      -3.605138      0.716219       0.398534 47224 
Rotational constants (GHz):    1.1662100    0.8654900    0.6678000 47225 
Vibrational harmonic frequencies (cm-1): 47226 
    i2706.3129                   52.3137                   81.9946             47227 
       94.1182                  133.2017                  164.8433             47228 
      188.4814                  226.6299                  244.9557             47229 
      270.9678                  281.8275                  318.4801             47230 
      329.4691                  357.1403                  359.6338             47231 
      410.4105                  473.6112                  521.0028             47232 
      547.3202                  661.5532                  671.7511             47233 
      687.8201                  837.1981                  855.9414             47234 
      875.7719                  928.3708                  952.4398             47235 
      972.0197                 1000.0055                 1051.3089             47236 
     1115.5371                 1144.2429                 1154.4406             47237 
     1163.4635                 1176.1752                 1231.1544             47238 
     1273.3570                 1327.4845                 1373.4977             47239 
     1384.7393                 1392.1584                 1399.6449             47240 
     1413.6979                 1428.6781                 1463.0623             47241 
     1485.0154                 1500.2418                 1704.3003             47242 
     1864.7314                 2982.6663                 3055.5158             47243 
     3078.2445                 3104.2418                 3129.7930             47244 
     3157.0087                 3182.1708                 3818.0739             47245 
Zero-point correction (Hartree): 0.150482 47246 
 47247 
TS.diHPCARP_I.16OOHHshift.b.tmpmdu 47248 
---------------------------------- 47249 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14667660  47250 
Electronic state : 2-A 47251 
Cartesian coordinates (Angs): 47252 
     O       2.405970     -0.699946      -0.564780 47253 
     H       2.445544      0.501244      -0.741451 47254 
     O       2.132835      1.613150      -0.636300 47255 
     O       1.753995     -0.803685       0.619178 47256 
     O       1.172255      1.544105       0.316964 47257 
     C       0.329196     -0.672707       0.416150 47258 
     C       0.064990      0.744664      -0.149765 47259 
     C      -0.252430     -0.937456       1.794948 47260 
     H       0.112705     -0.178215       2.486458 47261 
     H       0.078030     -1.913362       2.148452 47262 
     H      -1.338108     -0.908546       1.758708 47263 
     C      -0.080936     -1.787027      -0.532418 47264 
     O      -1.041070     -1.735211      -1.251072 47265 
     H       0.564701     -2.680442      -0.490382 47266 
     H       0.096094      0.733424      -1.239055 47267 
     C      -1.196469      1.495651       0.281505 47268 
     O      -2.331759      1.156330      -0.470896 47269 
     H      -1.400162      1.394922       1.348140 47270 
     H      -1.019940      2.547966       0.056430 47271 
     O      -2.866391     -0.056996       0.039344 47272 
     H      -2.531651     -0.697721      -0.609328 47273 
Rotational constants (GHz):    1.3006900    0.8139400    0.6427500 47274 
Vibrational harmonic frequencies (cm-1): 47275 
    i2612.8754                   54.7849                   97.0810             47276 
      109.2804                  148.5639                  202.7026             47277 
      221.0158                  249.7167                  277.2338             47278 
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      286.9146                  303.9309                  321.3221             47279 
      362.5353                  381.8025                  404.8721             47280 
      503.7972                  525.3844                  530.1566             47281 
      561.3599                  585.7572                  671.4369             47282 
      691.0893                  761.6504                  841.9954             47283 
      923.5641                  946.9843                  963.4054             47284 
      986.2274                 1032.3445                 1068.8027             47285 
     1106.1565                 1138.7062                 1159.6971             47286 
     1164.4232                 1176.0433                 1233.2216             47287 
     1259.8920                 1304.2704                 1328.6916             47288 
     1389.3398                 1403.5088                 1414.6653             47289 
     1417.0133                 1466.0485                 1479.3266             47290 
     1498.6601                 1506.6928                 1715.0190             47291 
     1858.4911                 3005.8572                 3073.2619             47292 
     3084.3222                 3115.0759                 3138.1638             47293 
     3147.2026                 3179.1086                 3711.9292             47294 
Zero-point correction (Hartree): 0.151477 47295 
 47296 
TS.diHPCARP_I.16OOHHshift.b.ttmpdu 47297 
---------------------------------- 47298 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14498407  47299 
Electronic state : 2-A 47300 
Cartesian coordinates (Angs): 47301 
     O       1.827864      1.685214      -0.467908 47302 
     H       0.721427      2.130191      -0.622709 47303 
     O      -0.442201      2.213988      -0.539522 47304 
     O       1.708915      0.952522       0.667173 47305 
     O      -0.745172      1.207639       0.320298 47306 
     C       1.090246     -0.317319       0.380218 47307 
     C      -0.301086     -0.053702      -0.225727 47308 
     C       1.075635     -1.022266       1.727452 47309 
     H       0.460269     -0.460728       2.429007 47310 
     H       2.090326     -1.077056       2.119721 47311 
     H       0.684202     -2.032089       1.622729 47312 
     C       1.976451     -1.096135      -0.576967 47313 
     O       1.536829     -1.931111      -1.314004 47314 
     H       3.054377     -0.863134      -0.514108 47315 
     H      -0.237153      0.069309      -1.306104 47316 
     C      -1.343284     -1.112377       0.082572 47317 
     O      -2.560025     -0.829898      -0.569932 47318 
     H      -0.989836     -2.062709      -0.322022 47319 
     H      -1.523416     -1.211362       1.152925 47320 
     O      -3.349874     -0.018015       0.285928 47321 
     H      -3.058658      0.875662       0.059010 47322 
Rotational constants (GHz):    1.2549300    0.7547400    0.5925200 47323 
Vibrational harmonic frequencies (cm-1): 47324 
    i2770.9166                   54.6627                   70.0968             47325 
       96.9193                  119.6419                  161.6493             47326 
      183.0489                  235.5667                  272.4120             47327 
      283.6395                  294.2517                  307.7834             47328 
      342.4420                  346.2932                  369.8078             47329 
      406.8477                  507.2637                  523.9491             47330 
      567.8149                  580.3258                  672.0388             47331 
      685.6590                  826.4238                  839.3981             47332 
      872.7947                  929.7119                  962.7815             47333 
      971.1630                 1009.2756                 1102.8171             47334 
     1114.0621                 1133.5114                 1151.4452             47335 
     1158.8690                 1183.6618                 1231.7652             47336 
     1268.6257                 1319.3073                 1340.2982             47337 
     1378.8477                 1398.2348                 1409.8692             47338 
     1416.2590                 1430.8327                 1464.9574             47339 
     1493.2703                 1502.8674                 1697.7103             47340 
     1867.9905                 2987.0729                 3074.5628             47341 
     3081.4569                 3121.0265                 3141.5882             47342 
     3152.7790                 3166.2016                 3798.6970             47343 
Zero-point correction (Hartree): 0.150546 47344 
 47345 
 47346 
 47347 
1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-di-47348 
HPCARP-Ia), forming C' (di-HPCARP-Ic) 47349 
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======================================================================================47350 
================================= 47351 
 47352 
TS.diHPCARP_I.17OOHHshift.BB.cmudu 47353 
---------------------------------- 47354 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15131991  47355 
Electronic state : 2-A 47356 
Cartesian coordinates (Angs): 47357 
     O      -2.320313     -0.428460       0.976877 47358 
     H      -1.235484     -0.586525       1.432448 47359 
     O      -0.073345     -0.483328       1.673453 47360 
     O      -2.185395      0.679951       0.213469 47361 
     O       0.193098      0.743212       1.161580 47362 
     C      -1.725402      0.342028      -1.089210 47363 
     C       0.639995      0.673002      -0.184162 47364 
     C      -0.280450     -0.150364      -1.105415 47365 
     C       2.088604      0.171340      -0.237482 47366 
     C       0.681732      2.130600      -0.641842 47367 
     O       2.766838      0.006340       0.729750 47368 
     H       2.484100      0.058380      -1.263518 47369 
     H       1.383392      2.681376      -0.018198 47370 
     H      -0.301489      2.583604      -0.536073 47371 
     H       1.005647      2.197664      -1.679708 47372 
     H       0.118485     -0.038677      -2.122038 47373 
     O      -0.379350     -1.531353      -0.806101 47374 
     O       0.915846     -2.065650      -0.628351 47375 
     H       0.974854     -2.088635       0.341408 47376 
     H      -2.367775     -0.432687      -1.507767 47377 
     H      -1.827628      1.260165      -1.663304 47378 
Rotational constants (GHz):    1.3492300    0.8723800    0.7913600 47379 
Vibrational harmonic frequencies (cm-1): 47380 
    i2320.7157                   81.9865                  119.9993             47381 
      140.0253                  162.6427                  179.2977             47382 
      220.3181                  264.3513                  282.7168             47383 
      292.1359                  303.0506                  365.5635             47384 
      368.4878                  379.2914                  411.9304             47385 
      448.8824                  498.4904                  550.4862             47386 
      595.2268                  635.0113                  661.4538             47387 
      774.1615                  831.0680                  849.6111             47388 
      883.2495                  920.7528                  937.2539             47389 
      972.2632                  996.5508                 1053.3642             47390 
     1075.4116                 1144.6485                 1166.8837             47391 
     1182.5014                 1187.3744                 1194.3245             47392 
     1253.3003                 1311.9133                 1352.4485             47393 
     1376.9033                 1392.4453                 1401.4552             47394 
     1420.5280                 1430.0726                 1472.0149             47395 
     1485.8673                 1513.8474                 1699.1774             47396 
     1875.9070                 2966.3177                 3021.9152             47397 
     3078.4118                 3097.7321                 3156.8605             47398 
     3160.1120                 3168.2806                 3725.9999             47399 
Zero-point correction (Hartree): 0.151481 47400 
 47401 
TS.diHPCARP_I.17OOHHshift.BB.htdud 47402 
---------------------------------- 47403 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15107190  47404 
Electronic state : 2-A 47405 
Cartesian coordinates (Angs): 47406 
     O      -2.694628      0.343757      -0.023142 47407 
     H      -2.263939     -0.541030      -0.665904 47408 
     O      -1.523175     -1.363708      -1.127418 47409 
     O      -1.918760      0.310393       1.086386 47410 
     O      -0.680652     -1.598053      -0.095910 47411 
     C      -0.783693      1.145403       0.910814 47412 
     C       0.508467     -0.798765      -0.183627 47413 
     C       0.103049      0.691151      -0.251149 47414 
     C       1.207599     -1.103212       1.141887 47415 
     C       1.354155     -1.201735      -1.372921 47416 
     O       2.394776     -1.077852       1.270908 47417 
     H       0.527633     -1.346084       1.978369 47418 
     H       0.825268     -0.969221      -2.295046 47419 
     H       1.554253     -2.270524      -1.332422 47420 
     H       2.299148     -0.665966      -1.338250 47421 
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     H      -0.406651      0.854736      -1.201636 47422 
     O       1.306955      1.428157      -0.225163 47423 
     O       0.987320      2.761018      -0.608402 47424 
     H       1.499671      2.851633      -1.421471 47425 
     H      -1.107541      2.170717       0.734790 47426 
     H      -0.240006      1.088989       1.853466 47427 
Rotational constants (GHz):    1.0673900    0.8959800    0.6703400 47428 
Vibrational harmonic frequencies (cm-1): 47429 
    i2246.4061                   55.0102                   75.2989             47430 
       90.6959                  119.6447                  185.6984             47431 
      191.5261                  205.6842                  225.4751             47432 
      238.3730                  285.0859                  294.9454             47433 
      301.1115                  338.3395                  418.8810             47434 
      440.2935                  470.1382                  489.2029             47435 
      535.2106                  615.3010                  644.3541             47436 
      663.3028                  776.6676                  885.3934             47437 
      908.6654                  934.4306                  996.9262             47438 
     1011.5350                 1021.6120                 1061.4741             47439 
     1119.3103                 1134.9369                 1168.7530             47440 
     1177.8065                 1180.4580                 1211.5903             47441 
     1245.1358                 1302.5741                 1344.2482             47442 
     1373.9719                 1396.8730                 1402.5141             47443 
     1416.0754                 1419.5438                 1487.1288             47444 
     1492.1439                 1494.7523                 1697.2152             47445 
     1881.0557                 2979.1030                 3085.3607             47446 
     3092.4265                 3100.4053                 3152.2647             47447 
     3165.3632                 3179.7400                 3823.3367             47448 
Zero-point correction (Hartree): 0.150369 47449 
 47450 
TS.diHPCARP_I.17OOHHshift.BB.lmddu 47451 
---------------------------------- 47452 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15109336  47453 
Electronic state : 2-A 47454 
Cartesian coordinates (Angs): 47455 
     O       2.543574      0.262595       0.605711 47456 
     H       1.609200      0.195611       1.345460 47457 
     O       0.574997     -0.089966       1.839298 47458 
     O       2.234226     -0.635684      -0.358711 47459 
     O       0.160554     -1.115455       1.056133 47460 
     C       1.450920     -0.023550      -1.369331 47461 
     C      -0.642822     -0.661874      -0.036497 47462 
     C       0.056965      0.405332      -0.907118 47463 
     C      -1.963140     -0.132068       0.547752 47464 
     C      -0.916189     -1.913628      -0.854408 47465 
     O      -2.998782     -0.223494      -0.042877 47466 
     H      -1.880331      0.285018       1.563399 47467 
     H      -1.436214     -2.642809      -0.237245 47468 
     H       0.016117     -2.354543      -1.200040 47469 
     H      -1.555890     -1.667742      -1.698458 47470 
     H      -0.573220      0.531810      -1.795388 47471 
     O       0.237361      1.671527      -0.300131 47472 
     O      -1.041338      2.209053      -0.010093 47473 
     H      -1.127308      2.904296      -0.674985 47474 
     H       1.977429      0.851718      -1.750435 47475 
     H       1.371077     -0.777232      -2.149341 47476 
Rotational constants (GHz):    1.3508300    0.8399800    0.7386200 47477 
Vibrational harmonic frequencies (cm-1): 47478 
    i2210.9492                   36.4374                  105.5111             47479 
      126.7402                  143.5429                  194.7245             47480 
      211.8527                  219.9934                  251.7359             47481 
      271.0713                  279.4729                  291.6644             47482 
      327.0781                  363.2702                  391.7952             47483 
      438.8386                  485.3111                  494.4833             47484 
      541.1665                  644.7640                  669.3559             47485 
      719.7557                  816.1626                  850.5367             47486 
      880.3678                  924.5491                  941.7663             47487 
      979.0453                 1010.1058                 1060.3816             47488 
     1067.9757                 1150.2469                 1160.2644             47489 
     1173.0792                 1192.2282                 1220.0597             47490 
     1242.8385                 1301.5261                 1345.3326             47491 
     1374.1840                 1388.7014                 1393.4586             47492 
     1407.8907                 1414.6317                 1471.4640             47493 
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     1485.1829                 1508.1217                 1700.7637             47494 
     1862.0847                 3023.2038                 3037.1071             47495 
     3088.4142                 3093.9762                 3159.1908             47496 
     3167.6178                 3176.9520                 3810.7517             47497 
Zero-point correction (Hartree): 0.150561 47498 
 47499 
TS.diHPCARP_I.17OOHHshift.BB.lpuud 47500 
---------------------------------- 47501 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15071261  47502 
Electronic state : 2-A 47503 
Cartesian coordinates (Angs): 47504 
     O       2.523749     -0.942876      -0.237340 47505 
     H       2.187182     -0.075398      -0.966800 47506 
     O       1.569252      0.812759      -1.472533 47507 
     O       1.932239     -0.606104       0.933302 47508 
     O       0.964457      1.373363      -0.400243 47509 
     C       0.649332     -1.210461       1.026361 47510 
     C      -0.348494      0.826598      -0.178113 47511 
     C      -0.275691     -0.705318      -0.082116 47512 
     C      -0.745936      1.516432       1.123357 47513 
     C      -1.297775      1.274817      -1.280217 47514 
     O      -1.261568      0.969492       2.052744 47515 
     H      -0.531628      2.601216       1.127307 47516 
     H      -0.935901      0.902085      -2.236756 47517 
     H      -1.337841      2.363043      -1.314598 47518 
     H      -2.293572      0.877134      -1.096424 47519 
     H       0.080002     -1.080610      -1.040387 47520 
     O      -1.550171     -1.256302       0.176671 47521 
     O      -2.151650     -1.602659      -1.068707 47522 
     H      -2.292956     -2.549940      -0.949309 47523 
     H       0.751686     -2.292103       0.940571 47524 
     H       0.273938     -0.939218       2.009606 47525 
Rotational constants (GHz):    1.1182300    0.8283100    0.7696800 47526 
Vibrational harmonic frequencies (cm-1): 47527 
    i2245.0674                   72.0983                   86.4867             47528 
       92.2521                  123.3787                  185.4987             47529 
      191.8525                  225.5499                  233.7474             47530 
      247.1195                  271.4535                  309.2804             47531 
      336.6209                  378.7949                  393.6529             47532 
      428.4048                  435.0874                  482.0288             47533 
      537.7314                  635.2318                  646.0087             47534 
      672.4119                  785.7261                  896.1857             47535 
      908.4459                  959.1023                  977.3794             47536 
      983.3618                 1030.0835                 1050.3547             47537 
     1118.4319                 1139.4998                 1153.7259             47538 
     1170.1365                 1178.0848                 1195.7303             47539 
     1268.3769                 1324.2488                 1343.1776             47540 
     1381.6378                 1399.2911                 1402.4637             47541 
     1405.6280                 1432.1021                 1489.9782             47542 
     1493.4973                 1497.9210                 1695.8578             47543 
     1878.5459                 2972.6762                 3075.1629             47544 
     3095.0096                 3122.5408                 3154.5481             47545 
     3169.8345                 3175.6321                 3824.7760             47546 
Zero-point correction (Hartree): 0.150664 47547 
 47548 
TS.diHPCARP_I.17OOHHshift.BB.ltdud 47549 
---------------------------------- 47550 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15023857  47551 
Electronic state : 2-A 47552 
Cartesian coordinates (Angs): 47553 
     O      -2.385071      1.162922       0.008767 47554 
     H      -2.277672      0.219162      -0.668232 47555 
     O      -1.853994     -0.794662      -1.180093 47556 
     O      -1.655767      0.838574       1.102708 47557 
     O      -1.143561     -1.337789      -0.165900 47558 
     C      -0.307653      1.263624       0.940138 47559 
     C       0.244288     -0.959667      -0.209276 47560 
     C       0.353944      0.571765      -0.251135 47561 
     C       0.778110     -1.604770       1.065423 47562 
     C       0.923086     -1.609305      -1.407189 47563 
     O       1.595933     -1.107711       1.780583 47564 
     H       0.357665     -2.608826       1.258674 47565 
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     H       0.450141     -1.251471      -2.320403 47566 
     H       0.810773     -2.691602      -1.355417 47567 
     H       1.980045     -1.353704      -1.416638 47568 
     H      -0.123184      0.900604      -1.175372 47569 
     O       1.724730      0.907103      -0.301295 47570 
     O       1.802614      2.249678      -0.769297 47571 
     H       2.260438      2.132810      -1.610855 47572 
     H      -0.280678      2.342409       0.788926 47573 
     H       0.192741      0.995815       1.867768 47574 
Rotational constants (GHz):    1.0459100    0.9030000    0.7234100 47575 
Vibrational harmonic frequencies (cm-1): 47576 
    i2189.9053                   71.5265                   78.3829             47577 
       89.1387                  122.0506                  173.0933             47578 
      189.8226                  206.9362                  225.8845             47579 
      230.9587                  280.5422                  290.7120             47580 
      332.9149                  339.8603                  413.6957             47581 
      433.2617                  463.6883                  470.8344             47582 
      534.2002                  621.2587                  645.5571             47583 
      671.9105                  795.6194                  898.8160             47584 
      905.9497                  961.0733                  972.9120             47585 
      993.3805                 1019.1326                 1063.9288             47586 
     1113.3854                 1135.2513                 1168.2018             47587 
     1174.6326                 1185.4984                 1187.8849             47588 
     1269.2465                 1324.3347                 1350.5935             47589 
     1370.7171                 1394.7780                 1400.2162             47590 
     1419.6258                 1426.8934                 1490.7585             47591 
     1494.2333                 1498.5012                 1697.9766             47592 
     1881.0537                 2977.7132                 3075.9697             47593 
     3098.5047                 3100.3270                 3153.5765             47594 
     3171.3647                 3174.0768                 3824.4902             47595 
Zero-point correction (Hartree): 0.150489 47596 
 47597 
TS.diHPCARP_I.17OOHHshift.BB.ltuud 47598 
---------------------------------- 47599 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15086985  47600 
Electronic state : 2-A 47601 
Cartesian coordinates (Angs): 47602 
     O      -2.357733      1.222197      -0.000503 47603 
     H      -2.277539      0.258270      -0.659078 47604 
     O      -1.886375     -0.774342      -1.147529 47605 
     O      -1.636255      0.898441       1.098758 47606 
     O      -1.176618     -1.312950      -0.130298 47607 
     C      -0.277643      1.280662       0.926383 47608 
     C       0.218644     -0.968759      -0.202734 47609 
     C       0.366878      0.558669      -0.256531 47610 
     C       0.762415     -1.611699       1.067928 47611 
     C       0.861636     -1.641190      -1.407538 47612 
     O       1.571640     -1.103692       1.786361 47613 
     H       0.359209     -2.623157       1.258176 47614 
     H       0.368669     -1.290440      -2.312524 47615 
     H       0.742096     -2.721732      -1.337498 47616 
     H       1.918680     -1.390403      -1.449908 47617 
     H      -0.096445      0.891334      -1.186101 47618 
     O       1.745106      0.852566      -0.314181 47619 
     O       1.858753      2.120576      -0.960086 47620 
     H       2.454233      2.579815      -0.355471 47621 
     H      -0.223410      2.356791       0.759265 47622 
     H       0.214787      1.011052       1.857916 47623 
Rotational constants (GHz):    1.0500500    0.8980700    0.7251200 47624 
Vibrational harmonic frequencies (cm-1): 47625 
    i2208.4189                   73.2533                   81.2948             47626 
       86.2797                  122.4750                  190.3855             47627 
      197.6783                  202.5413                  225.4544             47628 
      229.1060                  279.8639                  291.5098             47629 
      335.1858                  340.4377                  412.5501             47630 
      433.0327                  461.6064                  469.6007             47631 
      533.4483                  621.9922                  645.2773             47632 
      673.4371                  795.5302                  890.9363             47633 
      907.0947                  960.8648                  974.7545             47634 
      995.1034                 1021.2785                 1066.7405             47635 
     1113.7143                 1137.3749                 1165.0104             47636 
     1173.8862                 1182.2923                 1187.8123             47637 
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     1271.0217                 1325.7079                 1349.3664             47638 
     1369.6458                 1396.3389                 1411.6390             47639 
     1412.8936                 1430.9088                 1489.6847             47640 
     1494.9918                 1498.5238                 1697.2950             47641 
     1878.2979                 2979.7490                 3077.5575             47642 
     3091.8350                 3103.8951                 3155.5518             47643 
     3170.2857                 3174.7209                 3833.3970             47644 
Zero-point correction (Hartree): 0.150569 47645 
 47646 
TS.diHPCARP_I.17OOHHshift.BB.mmdud 47647 
---------------------------------- 47648 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15223118  47649 
Electronic state : 2-A 47650 
Cartesian coordinates (Angs): 47651 
     O       2.541939     -0.864809      -0.308230 47652 
     H       2.342221      0.276389      -0.540844 47653 
     O       1.794267      1.331712      -0.660260 47654 
     O       1.698635     -1.099367       0.724629 47655 
     O       0.899318      1.308603       0.355242 47656 
     C       0.448784     -1.568444       0.243165 47657 
     C      -0.384271      0.847309      -0.090969 47658 
     C      -0.200687     -0.561844      -0.706380 47659 
     C      -1.221263      0.802926       1.195417 47660 
     C      -0.993897      1.807439      -1.092739 47661 
     O      -0.783462      0.439966       2.246010 47662 
     H      -2.264036      1.142794       1.079950 47663 
     H      -0.365781      1.873626      -1.977971 47664 
     H      -1.085573      2.797408      -0.647365 47665 
     H      -1.982117      1.452660      -1.382315 47666 
     H       0.433067     -0.441364      -1.585947 47667 
     O      -1.393676     -1.065421      -1.256262 47668 
     O      -2.360564     -1.144680      -0.208758 47669 
     H      -2.589985     -2.082021      -0.221530 47670 
     H       0.595547     -2.507797      -0.293343 47671 
     H      -0.146996     -1.724042       1.139434 47672 
Rotational constants (GHz):    1.1968000    0.8765800    0.7786100 47673 
Vibrational harmonic frequencies (cm-1): 47674 
    i2248.1972                   70.8289                   96.6045             47675 
      124.2490                  170.4964                  189.1034             47676 
      204.8414                  208.0929                  220.4900             47677 
      270.7816                  284.9797                  313.4124             47678 
      316.5492                  332.7742                  393.9796             47679 
      437.5071                  472.4325                  535.6201             47680 
      576.1679                  632.6665                  651.1167             47681 
      670.6327                  777.3335                  900.4802             47682 
      916.4304                  931.2127                  972.3429             47683 
      999.0033                 1015.9823                 1054.0722             47684 
     1114.7047                 1140.4507                 1170.3725             47685 
     1172.7838                 1181.5728                 1201.6437             47686 
     1240.3820                 1296.2936                 1341.3562             47687 
     1361.4841                 1389.0266                 1404.0707             47688 
     1421.3155                 1429.2270                 1486.5725             47689 
     1487.1973                 1499.1445                 1697.6945             47690 
     1871.9733                 2997.1234                 3076.8336             47691 
     3078.0153                 3113.7294                 3154.0710             47692 
     3167.7082                 3169.2359                 3830.2900             47693 
Zero-point correction (Hartree): 0.150893 47694 
 47695 
TS.diHPCARP_I.17OOHHshift.BB.tmudu 47696 
---------------------------------- 47697 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15365262  47698 
Electronic state : 2-A 47699 
Cartesian coordinates (Angs): 47700 
     O       2.548977      0.303720       0.450341 47701 
     H       1.641501      0.597940       1.134322 47702 
     O       0.567172      0.627274       1.682098 47703 
     O       2.133539     -0.826335      -0.164903 47704 
     O       0.081471     -0.600677       1.368129 47705 
     C       1.382920     -0.523972      -1.336541 47706 
     C      -0.679992     -0.603740       0.158800 47707 
     C       0.019932      0.091004      -1.025337 47708 
     C      -2.053862      0.024111       0.434333 47709 
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     C      -0.893022     -2.082345      -0.145018 47710 
     O      -2.978832     -0.132360      -0.304908 47711 
     H      -2.136299      0.558915       1.396824 47712 
     H      -1.451687     -2.544025       0.666686 47713 
     H       0.063156     -2.591472      -0.238014 47714 
     H      -1.473005     -2.183853      -1.059370 47715 
     H      -0.650217     -0.044150      -1.882159 47716 
     O       0.301585      1.470499      -0.866766 47717 
     O      -0.822303      2.136320      -0.328963 47718 
     H      -0.525456      2.260698       0.586605 47719 
     H       1.952340      0.166720      -1.957982 47720 
     H       1.270937     -1.478648      -1.844569 47721 
Rotational constants (GHz):    1.3846100    0.8577500    0.7639800 47722 
Vibrational harmonic frequencies (cm-1): 47723 
    i2294.8694                   78.6778                  114.6295             47724 
      147.0285                  167.7693                  211.6952             47725 
      227.9848                  264.1768                  271.8593             47726 
      289.8325                  311.7185                  328.8588             47727 
      366.3426                  387.7054                  438.6340             47728 
      466.1170                  490.9859                  501.0705             47729 
      558.5133                  651.5800                  667.0678             47730 
      709.7682                  832.0237                  852.1085             47731 
      891.6372                  932.7830                  952.4723             47732 
      974.6981                 1002.1610                 1048.6447             47733 
     1073.4096                 1147.0077                 1157.3506             47734 
     1178.4580                 1187.2262                 1214.2029             47735 
     1240.9433                 1301.7300                 1348.5771             47736 
     1376.0640                 1386.9436                 1393.5023             47737 
     1412.4691                 1434.4101                 1472.8934             47738 
     1488.1151                 1515.1941                 1696.7196             47739 
     1866.7641                 2986.8774                 3044.2536             47740 
     3087.0875                 3100.4153                 3162.5154             47741 
     3167.5709                 3180.0001                 3742.5355             47742 
Zero-point correction (Hartree): 0.151502 47743 
 47744 
TS.diHPCARP_I.17OOHHshift.BB.tmuud 47745 
---------------------------------- 47746 
IRC pathway available 47747 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18122416  47748 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05740314  47749 
     T1 diagnostic:  0.025077  47750 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.01490724  47751 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02948376  47752 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.02445354  47753 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.03491421  47754 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47949160  47755 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46593926  47756 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15617316  47757 
Electronic state : 2-A 47758 
Cartesian coordinates (Angs): 47759 
     O       2.619438     -0.906867      -0.069291 47760 
     H       2.467718      0.222298      -0.347683 47761 
     O       1.965697      1.303665      -0.517878 47762 
     O       1.702807     -1.099720       0.907170 47763 
     O       1.019087      1.330753       0.446518 47764 
     C       0.472388     -1.557959       0.360524 47765 
     C      -0.258229      0.881573      -0.037384 47766 
     C      -0.103501     -0.544583      -0.627365 47767 
     C      -1.121482      0.985711       1.207132 47768 
     C      -0.803509      1.841291      -1.087864 47769 
     O      -2.243446      0.561447       1.274649 47770 
     H      -0.661746      1.529994       2.048856 47771 
     H      -0.121385      1.863493      -1.935447 47772 
     H      -0.890250      2.845174      -0.674737 47773 
     H      -1.781208      1.496608      -1.416452 47774 
     H       0.594977     -0.434062      -1.458002 47775 
     O      -1.267651     -1.021665      -1.254838 47776 
     O      -2.120426     -1.670561      -0.321289 47777 
     H      -2.576586     -0.923909       0.102396 47778 
     H       0.622965     -2.508035      -0.152483 47779 
     H      -0.172539     -1.704185       1.222958 47780 
Rotational constants (GHz):    1.2603100    0.8671000    0.6897500 47781 
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Vibrational harmonic frequencies (cm-1): 47782 
    i2206.7030                   55.5622                   67.8997             47783 
      149.7917                  158.5021                  208.0271             47784 
      212.0075                  227.5582                  249.9695             47785 
      269.9579                  298.5864                  316.7789             47786 
      323.9106                  391.7728                  439.8607             47787 
      470.8027                  508.4302                  550.6660             47788 
      565.6359                  628.7372                  643.7946             47789 
      663.3514                  777.3212                  901.4018             47790 
      906.7912                  953.2682                  972.7759             47791 
      985.9454                 1012.5705                 1051.1433             47792 
     1117.2557                 1145.4613                 1163.3714             47793 
     1169.9156                 1186.5794                 1194.8388             47794 
     1248.9347                 1299.3785                 1336.9462             47795 
     1378.4599                 1396.3112                 1406.9197             47796 
     1429.9073                 1479.1600                 1485.1152             47797 
     1488.8864                 1499.9724                 1699.4224             47798 
     1856.0517                 3004.9574                 3078.7158             47799 
     3096.4301                 3108.4210                 3159.5040             47800 
     3171.2446                 3174.2303                 3694.5362             47801 
Zero-point correction (Hartree): 0.151347 47802 
 47803 
TS.diHPCARP_I.17OOHHshift.BB.tpdud 47804 
---------------------------------- 47805 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15240778  47806 
Electronic state : 2-A 47807 
Cartesian coordinates (Angs): 47808 
     O       2.745911     -0.555820      -0.412853 47809 
     H       2.373483      0.538819      -0.620329 47810 
     O       1.703513      1.528559      -0.616427 47811 
     O       2.122527     -0.830957       0.755770 47812 
     O       0.886653      1.333964       0.444426 47813 
     C       0.900008     -1.502442       0.515462 47814 
     C      -0.348908      0.727723       0.035456 47815 
     C      -0.084699     -0.753247      -0.391647 47816 
     C      -1.201380      0.756278       1.292864 47817 
     C      -0.985529      1.570243      -1.063920 47818 
     O      -2.367453      0.473479       1.278108 47819 
     H      -0.685610      1.049915       2.222875 47820 
     H      -0.471611      1.405903      -2.006799 47821 
     H      -0.898847      2.621709      -0.793157 47822 
     H      -2.032814      1.314810      -1.178996 47823 
     H       0.266016     -0.745446      -1.425743 47824 
     O      -1.217728     -1.580180      -0.264802 47825 
     O      -2.246070     -1.142839      -1.133392 47826 
     H      -2.812292     -0.667201      -0.503230 47827 
     H       1.101429     -2.474524       0.065195 47828 
     H       0.464471     -1.644972       1.504254 47829 
Rotational constants (GHz):    1.3722300    0.8018700    0.6721000 47830 
Vibrational harmonic frequencies (cm-1): 47831 
    i2187.2267                   56.8052                  107.1440             47832 
      128.1505                  159.1784                  192.8368             47833 
      203.6681                  221.0840                  261.3710             47834 
      268.9866                  304.0785                  338.2534             47835 
      353.2141                  380.2145                  443.0432             47836 
      480.3687                  504.0226                  515.6674             47837 
      532.0183                  635.7229                  654.0949             47838 
      668.4284                  757.2860                  860.9483             47839 
      909.4814                  944.3971                  987.2560             47840 
     1003.8750                 1033.8075                 1061.6329             47841 
     1104.7594                 1153.0312                 1158.7730             47842 
     1183.4251                 1192.0944                 1204.8696             47843 
     1234.5900                 1297.8504                 1325.2087             47844 
     1386.5579                 1401.6153                 1408.6657             47845 
     1424.7431                 1460.4892                 1485.1407             47846 
     1487.0620                 1498.4260                 1705.0479             47847 
     1856.9519                 3003.1626                 3086.8454             47848 
     3088.4062                 3091.0301                 3146.3315             47849 
     3169.4423                 3204.6994                 3728.3318             47850 
Zero-point correction (Hartree): 0.151395 47851 
 47852 
TS.diHPCARP_I.17OOHHshift.BB.ttddu 47853 
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---------------------------------- 47854 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15439883  47855 
Electronic state : 2-A 47856 
Cartesian coordinates (Angs): 47857 
     O      -2.308658     -0.651475      -0.629372 47858 
     H      -1.352022     -0.805649      -1.309296 47859 
     O      -0.245311     -1.016912      -1.695310 47860 
     O      -1.875687     -1.081085       0.580864 47861 
     O       0.370813     -1.496670      -0.588160 47862 
     C      -1.301019     -0.005285       1.305565 47863 
     C       0.963419     -0.450395       0.185441 47864 
     C      -0.056663      0.597047       0.661980 47865 
     C       2.019892      0.262825      -0.671160 47866 
     C       1.622602     -1.156430       1.357327 47867 
     O       2.870243      0.941585      -0.177473 47868 
     H       1.939443      0.087036      -1.755896 47869 
     H       2.316903     -1.906990       0.985197 47870 
     H       0.877401     -1.653701       1.974744 47871 
     H       2.177024     -0.431279       1.947818 47872 
     H       0.445266      1.211492       1.417013 47873 
     O      -0.340230      1.423892      -0.454075 47874 
     O      -1.080865      2.537174       0.018315 47875 
     H      -1.918174      2.412067      -0.447882 47876 
     H      -2.045033      0.779797       1.439253 47877 
     H      -1.052635     -0.431418       2.275824 47878 
Rotational constants (GHz):    1.2348000    0.8729600    0.7204600 47879 
Vibrational harmonic frequencies (cm-1): 47880 
    i2291.7669                   43.6870                   78.9030             47881 
       94.7500                  169.2994                  186.8537             47882 
      215.3220                  224.6135                  245.4062             47883 
      269.0989                  302.3237                  316.5624             47884 
      328.0847                  341.1228                  388.0107             47885 
      426.6374                  467.4444                  521.3317             47886 
      540.3360                  630.5444                  667.5508             47887 
      735.7547                  836.9407                  851.1569             47888 
      876.8562                  930.7619                  942.5938             47889 
      994.4323                 1010.1518                 1040.8704             47890 
     1055.8421                 1145.6039                 1165.8967             47891 
     1170.2187                 1181.7242                 1226.7295             47892 
     1251.3462                 1292.5761                 1355.1556             47893 
     1378.8016                 1387.5085                 1390.1434             47894 
     1411.2645                 1417.9987                 1478.2289             47895 
     1487.3574                 1508.1908                 1701.7484             47896 
     1869.1951                 3016.4455                 3053.7622             47897 
     3085.9519                 3099.7681                 3154.0078             47898 
     3163.5575                 3176.9273                 3806.1218             47899 
Zero-point correction (Hartree): 0.150608 47900 
 47901 
TS.diHPCARP_I.17OOHHshift.BB.ttudu 47902 
---------------------------------- 47903 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15366177  47904 
Electronic state : 2-A 47905 
Cartesian coordinates (Angs): 47906 
     O      -2.416722     -0.426094      -0.639407 47907 
     H      -1.490691     -0.691446      -1.296956 47908 
     O      -0.397513     -1.046128      -1.668831 47909 
     O      -2.031832     -0.801216       0.603753 47910 
     O       0.126326     -1.585151      -0.541667 47911 
     C      -1.341730      0.258744       1.248758 47912 
     C       0.847274     -0.608901       0.205401 47913 
     C       0.001599      0.608587       0.614162 47914 
     C       2.022855     -0.106792      -0.639521 47915 
     C       1.362861     -1.354150       1.426845 47916 
     O       2.853312      0.625952      -0.187800 47917 
     H       2.051573     -0.484800      -1.674976 47918 
     H       1.932832     -2.225307       1.109587 47919 
     H       0.531622     -1.694095       2.041564 47920 
     H       2.012212     -0.699160       2.002804 47921 
     H       0.593689      1.155215       1.353799 47922 
     O      -0.147278      1.444772      -0.522048 47923 
     O      -0.501265      2.732678      -0.037871 47924 
     H       0.299444      3.235900      -0.235570 47925 
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     H      -1.965111      1.153353       1.247119 47926 
     H      -1.202951     -0.093104       2.269727 47927 
Rotational constants (GHz):    1.1868100    0.9006500    0.7188500 47928 
Vibrational harmonic frequencies (cm-1): 47929 
    i2220.4894                   60.8985                   85.0616             47930 
      101.0792                  148.1284                  191.7936             47931 
      203.1597                  226.0070                  241.0161             47932 
      244.9921                  267.9409                  301.8295             47933 
      308.1055                  354.3682                  383.0960             47934 
      432.0717                  461.7872                  523.6689             47935 
      552.1829                  625.8035                  671.1586             47936 
      730.9560                  802.5429                  854.7380             47937 
      887.7813                  940.0719                  948.9387             47938 
      987.7818                 1010.9126                 1044.2046             47939 
     1054.7386                 1139.8275                 1169.9343             47940 
     1179.5614                 1183.9105                 1236.4582             47941 
     1246.9567                 1300.0866                 1348.5965             47942 
     1385.1114                 1391.8893                 1392.5300             47943 
     1409.7091                 1411.4721                 1473.0802             47944 
     1489.2826                 1508.1591                 1693.0333             47945 
     1865.3439                 3009.6790                 3067.7016             47946 
     3083.2177                 3095.5312                 3153.7080             47947 
     3161.0393                 3174.1684                 3809.8435             47948 
Zero-point correction (Hartree): 0.150420 47949 
 47950 
TS.diHPCARP_I.17OOHHshift.BB.ttuud 47951 
---------------------------------- 47952 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15056613  47953 
Electronic state : 2-A 47954 
Cartesian coordinates (Angs): 47955 
     O      -2.670433      0.482477      -0.000018 47956 
     H      -2.289487     -0.420877      -0.655704 47957 
     O      -1.601196     -1.277900      -1.125879 47958 
     O      -1.885334      0.402653       1.100105 47959 
     O      -0.767507     -1.568638      -0.101497 47960 
     C      -0.709296      1.176285       0.914612 47961 
     C       0.464032     -0.835630      -0.185629 47962 
     C       0.141992      0.674089      -0.254164 47963 
     C       1.140928     -1.174429       1.141815 47964 
     C       1.291531     -1.284115      -1.372218 47965 
     O       2.322907     -1.105726       1.303997 47966 
     H       0.450638     -1.478208       1.949765 47967 
     H       0.781032     -1.019044      -2.295776 47968 
     H       1.429869     -2.362815      -1.332949 47969 
     H       2.262765     -0.798311      -1.334008 47970 
     H      -0.367553      0.859887      -1.200692 47971 
     O       1.380126      1.344859      -0.257146 47972 
     O       1.114906      2.647922      -0.782791 47973 
     H       1.754070      3.171056      -0.283987 47974 
     H      -0.981221      2.216653       0.738787 47975 
     H      -0.162983      1.089285       1.853908 47976 
Rotational constants (GHz):    1.0713300    0.8930500    0.6772600 47977 
Vibrational harmonic frequencies (cm-1): 47978 
    i2239.8421                   55.1703                   77.1179             47979 
       86.4227                  115.8523                  124.5051             47980 
      190.8566                  206.8840                  224.5181             47981 
      227.9632                  282.6172                  293.4673             47982 
      298.3828                  337.9132                  418.6519             47983 
      440.4319                  466.6032                  489.1832             47984 
      531.4139                  615.8708                  646.7259             47985 
      660.0494                  776.4732                  886.3312             47986 
      910.3776                  935.7614                  997.8401             47987 
     1010.6933                 1022.8320                 1065.1368             47988 
     1117.8012                 1138.5379                 1164.1071             47989 
     1177.8125                 1181.2673                 1212.2644             47990 
     1245.3475                 1301.3998                 1345.5453             47991 
     1370.0198                 1397.2271                 1409.7891             47992 
     1415.1446                 1430.5365                 1488.1433             47993 
     1491.9484                 1495.6000                 1697.8443             47994 
     1878.7312                 2975.6964                 3085.8245             47995 
     3088.7636                 3102.5348                 3148.8290             47996 
     3165.5107                 3183.0605                 3839.5042             47997 
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Zero-point correction (Hartree): 0.150233 47998 
 47999 
TS.diHPCARP_I.17OOHHshift.CR.hpddu 48000 
---------------------------------- 48001 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15355618  48002 
Electronic state : 2-A 48003 
Cartesian coordinates (Angs): 48004 
     O      -2.725863     -0.703729       0.460164 48005 
     H      -2.336142      0.359386       0.602908 48006 
     O      -1.652642      1.376303       0.627972 48007 
     O      -1.920876     -1.182637      -0.516708 48008 
     O      -0.967873      1.383874      -0.544033 48009 
     C      -0.628362     -1.503602      -0.006117 48010 
     C       0.360288      0.872460      -0.377459 48011 
     C       0.375027     -0.633708      -0.756710 48012 
     C       0.837628      1.249623       1.014270 48013 
     C       1.224363      1.648261      -1.368419 48014 
     O       1.586065      0.593718       1.686988 48015 
     H       0.500463      2.245271       1.341223 48016 
     H       1.295245      2.696591      -1.082570 48017 
     H       0.767625      1.588009      -2.355477 48018 
     H       2.217921      1.206557      -1.403780 48019 
     H       0.085434     -0.654055      -1.811205 48020 
     O       1.674896     -1.175377      -0.741012 48021 
     O       1.930400     -1.825069       0.495737 48022 
     H       2.105248     -1.070821       1.087128 48023 
     H      -0.624044     -1.357842       1.070459 48024 
     H      -0.418278     -2.547960      -0.234924 48025 
Rotational constants (GHz):    1.1818000    0.8856100    0.6969700 48026 
Vibrational harmonic frequencies (cm-1): 48027 
    i2257.3696                   54.0607                  103.5104             48028 
      138.3548                  165.3119                  190.9350             48029 
      222.5539                  238.8964                  258.1151             48030 
      288.6526                  316.9109                  335.6909             48031 
      354.1783                  372.1289                  428.4547             48032 
      454.0991                  516.0819                  573.2773             48033 
      599.5124                  612.1849                  651.4888             48034 
      672.1776                  789.1688                  861.0732             48035 
      925.9460                  956.1019                  965.8143             48036 
      985.7241                 1000.2089                 1050.1136             48037 
     1114.8755                 1142.0362                 1168.4861             48038 
     1172.0768                 1191.2684                 1202.3107             48039 
     1259.3954                 1301.2584                 1328.1266             48040 
     1379.2345                 1397.0422                 1402.1679             48041 
     1430.7225                 1484.5485                 1492.2586             48042 
     1494.6477                 1500.5287                 1663.7211             48043 
     1853.8875                 3024.8773                 3071.7750             48044 
     3074.4991                 3102.5246                 3152.2386             48045 
     3169.0775                 3172.8308                 3646.8494             48046 
Zero-point correction (Hartree): 0.151439 48047 
 48048 
 48049 
 48050 
1,7-hydroperoxide-H-shift in (2R,3S)-2-Me-2,4-diOOH-butanal-3-peroxyl (B', R,S-di-48051 
HPCARP-Ib), forming C' (di-HPCARP-Ic) 48052 
======================================================================================48053 
================================= 48054 
 48055 
TS.diHPCARP_Ib.16OOHHshift.a.cmmpdu 48056 
----------------------------------- 48057 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14542558  48058 
Electronic state : 2-A 48059 
Cartesian coordinates (Angs): 48060 
     O       2.987131      0.061070       0.047794 48061 
     H       2.357160     -0.898517       0.247883 48062 
     O       1.385649     -1.583566       0.303035 48063 
     O       2.107078      1.068984       0.296293 48064 
     O       0.707868     -1.268115      -0.836228 48065 
     C       1.152550      1.138362      -0.768032 48066 
     C       0.110602      0.035462      -0.733768 48067 
     H       1.698804      1.102430      -1.711313 48068 
     H       0.660682      2.103613      -0.659802 48069 
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     H      -0.441010      0.110974      -1.671629 48070 
     C      -0.917714      0.094696       0.419043 48071 
     C      -0.402332      0.520780       1.790326 48072 
     H       0.057509      1.504996       1.737107 48073 
     H       0.330540     -0.195001       2.150617 48074 
     H      -1.241158      0.556480       2.485427 48075 
     C      -2.030216      1.066956       0.037126 48076 
     O      -1.501723     -1.173043       0.645083 48077 
     O      -1.886754      1.981046      -0.724042 48078 
     H      -2.985507      0.872061       0.557816 48079 
     O      -2.108717     -1.597443      -0.568373 48080 
     H      -1.438606     -2.206017      -0.912776 48081 
Rotational constants (GHz):    1.3777300    0.8075900    0.6535500 48082 
Vibrational harmonic frequencies (cm-1): 48083 
    i3044.8497                   78.0766                   94.3720             48084 
      122.7170                  154.1210                  162.2951             48085 
      215.0252                  242.2959                  255.9079             48086 
      258.0343                  312.4811                  318.9437             48087 
      332.7891                  369.8060                  398.7987             48088 
      434.8742                  473.8478                  536.8377             48089 
      541.0389                  670.0597                  684.1250             48090 
      694.5117                  841.2492                  903.8924             48091 
      932.6231                  961.2302                  971.0161             48092 
      994.5567                 1051.2795                 1059.7079             48093 
     1067.3734                 1081.2168                 1145.3235             48094 
     1154.1554                 1190.4416                 1233.1978             48095 
     1262.6120                 1318.4737                 1367.1294             48096 
     1386.6172                 1393.3507                 1405.2528             48097 
     1412.3768                 1418.6010                 1470.0251             48098 
     1475.9963                 1480.4445                 1505.5768             48099 
     1864.0905                 2980.5367                 3080.4916             48100 
     3087.5025                 3114.4088                 3156.6639             48101 
     3159.8113                 3186.4151                 3776.9546             48102 
Zero-point correction (Hartree): 0.150909 48103 
 48104 
TS.diHPCARP_Ib.16OOHHshift.a.cmpmud 48105 
----------------------------------- 48106 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14427722  48107 
Electronic state : 2-A 48108 
Cartesian coordinates (Angs): 48109 
     O      -3.097487     -0.047192       0.361745 48110 
     H      -2.562674     -1.001613      -0.031075 48111 
     O      -1.661976     -1.658161      -0.453307 48112 
     O      -2.566608      0.947106      -0.398997 48113 
     O      -0.572991     -1.118617       0.152965 48114 
     C      -1.227694      1.219002       0.026204 48115 
     C      -0.250443      0.158226      -0.439474 48116 
     H      -1.214431      1.317153       1.113409 48117 
     H      -0.993239      2.174713      -0.438779 48118 
     H      -0.288032      0.028252      -1.522951 48119 
     C       1.188707      0.465964      -0.018620 48120 
     C       1.632814      1.848300      -0.492292 48121 
     H       1.155435      2.621057       0.107748 48122 
     H       1.379172      1.986862      -1.542114 48123 
     H       2.710356      1.946669      -0.370374 48124 
     C       2.164616     -0.540137      -0.625405 48125 
     O       1.342984      0.498454       1.392499 48126 
     O       1.978741     -1.065195      -1.683071 48127 
     H       3.089483     -0.677936      -0.040908 48128 
     O       1.467926     -0.826867       1.891557 48129 
     H       0.551215     -1.139516       1.915439 48130 
Rotational constants (GHz):    1.3958200    0.6745900    0.6405200 48131 
Vibrational harmonic frequencies (cm-1): 48132 
    i2954.7517                   55.9873                   83.6545             48133 
       99.2683                  149.9679                  204.9506             48134 
      218.0491                  236.3275                  251.0446             48135 
      273.7025                  289.0399                  328.3797             48136 
      348.2256                  360.1010                  398.9802             48137 
      401.6861                  455.1114                  533.9363             48138 
      560.3444                  573.2662                  639.7694             48139 
      690.7005                  875.8742                  904.9651             48140 
      940.7268                  972.0210                  976.6832             48141 
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     1001.8975                 1052.9474                 1059.1999             48142 
     1100.1338                 1108.4384                 1140.0192             48143 
     1150.1049                 1183.3652                 1227.9133             48144 
     1251.5778                 1305.0166                 1336.4739             48145 
     1374.6860                 1399.3215                 1409.4085             48146 
     1426.3572                 1447.3799                 1468.2424             48147 
     1487.6165                 1487.8605                 1510.6374             48148 
     1873.2771                 3006.4206                 3074.2713             48149 
     3082.8056                 3103.0204                 3150.6639             48150 
     3157.4232                 3162.5812                 3768.9870             48151 
Zero-point correction (Hartree): 0.150657 48152 
 48153 
TS.diHPCARP_Ib.16OOHHshift.a.cppmud 48154 
----------------------------------- 48155 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14556945  48156 
Electronic state : 2-A 48157 
Cartesian coordinates (Angs): 48158 
     O       3.148362     -0.202197       0.184432 48159 
     H       2.685827      0.823904      -0.092067 48160 
     O       1.833237      1.624186      -0.351931 48161 
     O       2.365870     -1.101183      -0.471700 48162 
     O       0.775869      1.213371       0.398736 48163 
     C       1.090712     -1.188041       0.175282 48164 
     C       0.225082      0.006120      -0.168762 48165 
     H       1.261981     -1.262484       1.250064 48166 
     H       0.634697     -2.097168      -0.211724 48167 
     H       0.202210      0.138093      -1.251847 48168 
     C      -1.209577     -0.088964       0.374329 48169 
     C      -1.303913     -0.569672       1.818049 48170 
     H      -0.693234      0.065854       2.457262 48171 
     H      -0.967324     -1.601563       1.899171 48172 
     H      -2.339205     -0.512038       2.150550 48173 
     C      -2.054657     -1.005867      -0.504141 48174 
     O      -1.829073      1.184301       0.399014 48175 
     O      -1.618785     -1.939050      -1.114570 48176 
     H      -3.128774     -0.745690      -0.503773 48177 
     O      -1.808689      1.711492      -0.919355 48178 
     H      -1.076387      2.342276      -0.863211 48179 
Rotational constants (GHz):    1.3585400    0.7242700    0.5916100 48180 
Vibrational harmonic frequencies (cm-1): 48181 
    i3009.8343                   56.8110                   71.8885             48182 
      101.9618                  129.4307                  156.5089             48183 
      217.5827                  233.6533                  248.3376             48184 
      277.3319                  290.7122                  305.5061             48185 
      340.3685                  364.2453                  379.9975             48186 
      432.1804                  445.3734                  527.8549             48187 
      557.6288                  567.2353                  657.1833             48188 
      688.4576                  870.6475                  897.6353             48189 
      933.5447                  962.6793                  985.1382             48190 
     1021.6181                 1046.5039                 1054.8827             48191 
     1103.7765                 1118.6352                 1139.8283             48192 
     1151.4388                 1184.1999                 1241.3741             48193 
     1269.4420                 1312.4461                 1328.8198             48194 
     1381.0259                 1397.2229                 1407.9550             48195 
     1411.3232                 1426.0191                 1465.1799             48196 
     1487.7321                 1494.2459                 1504.9200             48197 
     1869.4132                 2983.1671                 3075.3074             48198 
     3086.2538                 3104.3518                 3155.9739             48199 
     3161.2092                 3163.7660                 3782.5751             48200 
Zero-point correction (Hartree): 0.150429 48201 
 48202 
TS.diHPCARP_Ib.16OOHHshift.a.httpdu 48203 
----------------------------------- 48204 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14655169  48205 
Electronic state : 2-A 48206 
Cartesian coordinates (Angs): 48207 
     O       2.833099     -0.723465      -0.230206 48208 
     H       2.456326      0.266599      -0.704633 48209 
     O       1.707772      1.178296      -0.889317 48210 
     O       1.683813     -1.379870       0.086730 48211 
     O       1.307586      1.523514       0.365604 48212 
     C       1.075634     -0.756545       1.225223 48213 
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     C       0.391102      0.552653       0.882912 48214 
     H       1.843872     -0.606667       1.983884 48215 
     H       0.328747     -1.470110       1.571941 48216 
     H       0.053019      1.006663       1.816786 48217 
     C      -0.878944      0.404936       0.008967 48218 
     C      -1.315478      1.739115      -0.576445 48219 
     H      -0.627402      2.060099      -1.355983 48220 
     H      -1.331906      2.494543       0.207635 48221 
     H      -2.314404      1.637978      -0.993576 48222 
     C      -0.711280     -0.626493      -1.108033 48223 
     O      -1.797288     -0.084629       0.977658 48224 
     O      -1.264280     -1.692364      -1.087771 48225 
     H      -0.080815     -0.316929      -1.955389 48226 
     O      -3.064334     -0.293657       0.381754 48227 
     H      -2.944584     -1.176775      -0.002029 48228 
Rotational constants (GHz):    1.5198000    0.7563900    0.6559100 48229 
Vibrational harmonic frequencies (cm-1): 48230 
    i3026.8812                   68.8410                  101.7455             48231 
      118.2738                  158.9235                  202.6571             48232 
      230.4086                  238.5225                  267.9683             48233 
      283.6200                  306.6487                  336.5399             48234 
      349.2396                  371.6549                  390.7609             48235 
      472.6125                  510.0572                  528.4077             48236 
      550.2650                  630.0789                  693.1144             48237 
      818.9053                  834.0171                  860.1294             48238 
      927.1338                  945.0516                  965.2709             48239 
     1018.3384                 1050.4794                 1057.8439             48240 
     1064.1631                 1085.5660                 1144.1408             48241 
     1148.7773                 1187.4486                 1198.4089             48242 
     1260.4199                 1312.8432                 1358.2968             48243 
     1377.4802                 1398.7124                 1403.4581             48244 
     1415.4903                 1447.0191                 1464.1013             48245 
     1481.8151                 1489.1240                 1501.8659             48246 
     1845.6379                 3027.7962                 3082.1240             48247 
     3087.4774                 3098.8158                 3153.6002             48248 
     3160.1014                 3173.0358                 3743.6202             48249 
Zero-point correction (Hartree): 0.151268 48250 
 48251 
TS.diHPCARP_Ib.16OOHHshift.a.lmppud 48252 
----------------------------------- 48253 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14593946  48254 
Electronic state : 2-A 48255 
Cartesian coordinates (Angs): 48256 
     O       3.096799      0.148354       0.492747 48257 
     H       2.602081      1.044583      -0.058372 48258 
     O       1.764547      1.663850      -0.647736 48259 
     O       2.594997     -0.947219      -0.139137 48260 
     O       0.606271      1.222138      -0.088813 48261 
     C       1.215688     -1.111289       0.214892 48262 
     C       0.349849     -0.125030      -0.539233 48263 
     H       1.103673     -0.982931       1.290382 48264 
     H       0.970766     -2.133443      -0.070088 48265 
     H       0.602901     -0.144001      -1.602819 48266 
     C      -1.148828     -0.406681      -0.364033 48267 
     C      -1.629467     -1.436480      -1.383312 48268 
     H      -1.028564     -2.341794      -1.316465 48269 
     H      -1.550806     -1.036901      -2.393182 48270 
     H      -2.667316     -1.689852      -1.177150 48271 
     C      -1.936892      0.881197      -0.589068 48272 
     O      -1.462579     -0.973610       0.888065 48273 
     O      -2.749026      1.292138       0.188869 48274 
     H      -1.734311      1.397204      -1.544642 48275 
     O      -1.050066     -0.085783       1.915441 48276 
     H      -1.808077      0.517887       1.961377 48277 
Rotational constants (GHz):    1.5360200    0.6630100    0.6144100 48278 
Vibrational harmonic frequencies (cm-1): 48279 
    i3051.4645                   75.7222                   95.7165             48280 
      108.1074                  167.8821                  190.1370             48281 
      211.5682                  231.3090                  240.9073             48282 
      267.2682                  311.2441                  329.9848             48283 
      349.8598                  372.8613                  411.4540             48284 
      434.4376                  467.8246                  487.7677             48285 
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      543.6377                  588.6200                  686.9436             48286 
      752.2152                  863.6620                  905.8338             48287 
      931.7054                  967.5275                  970.8149             48288 
      998.9663                 1047.7588                 1058.3522             48289 
     1099.0520                 1107.9782                 1135.9883             48290 
     1146.2426                 1185.6571                 1217.7379             48291 
     1283.9425                 1304.2970                 1324.4781             48292 
     1377.8991                 1404.1104                 1417.3175             48293 
     1425.6709                 1433.1345                 1461.4061             48294 
     1489.2017                 1489.7996                 1504.6656             48295 
     1867.5671                 2978.6421                 3073.1214             48296 
     3079.1372                 3102.7323                 3157.6025             48297 
     3163.5859                 3166.4282                 3752.5999             48298 
Zero-point correction (Hartree): 0.150860 48299 
 48300 
TS.diHPCARP_Ib.16OOHHshift.a.lmtmud 48301 
----------------------------------- 48302 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14398305  48303 
Electronic state : 2-A 48304 
Cartesian coordinates (Angs): 48305 
     O      -3.214420     -0.117317      -0.643838 48306 
     H      -2.785075      0.902670      -0.285999 48307 
     O      -1.997914      1.672823       0.178438 48308 
     O      -2.674802     -1.020574       0.218758 48309 
     O      -0.800695      1.191708      -0.249586 48310 
     C      -1.280553     -1.180509      -0.068722 48311 
     C      -0.484259     -0.012649       0.477565 48312 
     H      -1.147540     -1.273194      -1.145427 48313 
     H      -0.996426     -2.107758       0.425505 48314 
     H      -0.749076      0.168760       1.522724 48315 
     C       1.029490     -0.208778       0.366247 48316 
     C       1.544049     -1.142487       1.460572 48317 
     H       1.027980     -2.099515       1.414172 48318 
     H       1.381489     -0.702812       2.444223 48319 
     H       2.606874     -1.317791       1.319439 48320 
     C       1.692795      1.156529       0.533254 48321 
     O       1.250564     -0.718725      -0.933864 48322 
     O       2.462319      1.618178      -0.259440 48323 
     H       1.437232      1.689535       1.467886 48324 
     O       2.632132     -0.980484      -1.113765 48325 
     H       2.957947     -0.097399      -1.349637 48326 
Rotational constants (GHz):    1.6309400    0.6232800    0.5424800 48327 
Vibrational harmonic frequencies (cm-1): 48328 
    i3018.6811                   54.4375                   93.4215             48329 
      104.5159                  165.3476                  171.2042             48330 
      204.9976                  226.3214                  245.7585             48331 
      285.0240                  295.3117                  330.6882             48332 
      358.4318                  372.0786                  393.6246             48333 
      425.7551                  480.1861                  505.3758             48334 
      543.7376                  572.9289                  688.0637             48335 
      776.7179                  836.1878                  899.6988             48336 
      925.8827                  962.5125                  975.9311             48337 
     1008.5071                 1049.0245                 1062.1941             48338 
     1096.6694                 1108.7243                 1138.8590             48339 
     1145.5971                 1193.7913                 1216.9414             48340 
     1260.4581                 1306.0184                 1335.4104             48341 
     1372.6136                 1403.0470                 1417.0576             48342 
     1426.0436                 1451.1239                 1462.8362             48343 
     1487.4607                 1490.0745                 1508.5794             48344 
     1868.4017                 2970.4491                 3076.4261             48345 
     3081.7280                 3105.0166                 3153.9535             48346 
     3167.4089                 3176.7977                 3746.3567             48347 
Zero-point correction (Hartree): 0.150773 48348 
 48349 
TS.diHPCARP_Ib.16OOHHshift.a.ltppdu 48350 
----------------------------------- 48351 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14064360  48352 
Electronic state : 2-A 48353 
Cartesian coordinates (Angs): 48354 
     O       2.863091     -0.219193      -0.370561 48355 
     H       2.355276      0.680653       0.175943 48356 
     O       1.490653      1.290713       0.714895 48357 
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     O       1.825679     -0.834823      -0.999754 48358 
     O       0.912184      0.380025       1.547562 48359 
     C       1.005146     -1.492609      -0.027959 48360 
     C       0.133622     -0.552239       0.784585 48361 
     H       1.660841     -2.053195       0.639487 48362 
     H       0.375437     -2.173062      -0.597566 48363 
     H      -0.336853     -1.164988       1.554605 48364 
     C      -1.006437      0.168713       0.028061 48365 
     C      -1.954196      0.851782       0.988406 48366 
     H      -1.423386      1.627843       1.536118 48367 
     H      -2.356587      0.131353       1.698723 48368 
     H      -2.763426      1.322550       0.435138 48369 
     C      -0.514562      1.154711      -1.054068 48370 
     O      -1.663593     -0.795413      -0.799133 48371 
     O      -0.885756      2.289057      -1.095421 48372 
     H       0.150084      0.721090      -1.816097 48373 
     O      -2.113745     -1.875137       0.012459 48374 
     H      -3.070926     -1.756224      -0.020879 48375 
Rotational constants (GHz):    1.2518900    0.8326800    0.6886200 48376 
Vibrational harmonic frequencies (cm-1): 48377 
    i3072.7679                   39.7729                  102.6659             48378 
      109.0763                  126.4706                  176.5180             48379 
      204.6235                  228.6587                  247.4049             48380 
      256.4932                  275.9099                  303.7944             48381 
      319.7411                  342.8418                  369.7886             48382 
      419.8275                  477.9194                  499.8989             48383 
      561.4625                  622.3940                  692.0596             48384 
      745.2587                  822.8841                  879.1988             48385 
      904.2809                  955.0473                  978.0189             48386 
     1012.4296                 1041.7438                 1060.2849             48387 
     1075.2074                 1079.8525                 1144.2298             48388 
     1151.3818                 1178.2633                 1209.9693             48389 
     1249.2808                 1320.3666                 1369.8435             48390 
     1381.9017                 1396.6725                 1402.9434             48391 
     1406.6345                 1427.6303                 1463.0646             48392 
     1470.8628                 1490.6443                 1493.5008             48393 
     1870.5580                 3027.9884                 3082.7957             48394 
     3087.2046                 3110.0734                 3161.6039             48395 
     3162.1412                 3169.3086                 3826.4863             48396 
Zero-point correction (Hartree): 0.150329 48397 
 48398 
TS.diHPCARP_Ib.16OOHHshift.a.ltppud 48399 
----------------------------------- 48400 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14517921  48401 
Electronic state : 2-A 48402 
Cartesian coordinates (Angs): 48403 
     O       3.035099     -0.598949       0.608795 48404 
     H       2.881840      0.510113       0.326287 48405 
     O       2.287483      1.473589      -0.073846 48406 
     O       2.334577     -1.271238      -0.343087 48407 
     O       1.017126      1.233579       0.341706 48408 
     C       0.927572     -1.162424      -0.091839 48409 
     C       0.408408      0.209795      -0.474635 48410 
     H       0.740733     -1.392130       0.959521 48411 
     H       0.476454     -1.922780      -0.721600 48412 
     H       0.664448      0.423752      -1.515180 48413 
     C      -1.109717      0.416815      -0.289969 48414 
     C      -1.519167      1.770572      -0.870098 48415 
     H      -1.309832      1.772363      -1.938800 48416 
     H      -0.958607      2.573086      -0.396396 48417 
     H      -2.585178      1.925157      -0.716800 48418 
     C      -1.522236      0.426648       1.176410 48419 
     O      -1.853943     -0.521910      -1.035644 48420 
     O      -2.488684     -0.155811       1.586828 48421 
     H      -0.901481      1.052449       1.838170 48422 
     O      -1.785837     -1.806288      -0.431334 48423 
     H      -2.484114     -1.734225       0.238244 48424 
Rotational constants (GHz):    1.4805300    0.6651900    0.5752100 48425 
Vibrational harmonic frequencies (cm-1): 48426 
    i2951.2169                   42.2898                   86.5993             48427 
      131.7570                  177.0698                  197.7776             48428 
      206.8025                  240.4710                  244.2854             48429 
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      277.6309                  300.2623                  318.1282             48430 
      335.7488                  371.1859                  403.4286             48431 
      433.3653                  484.3057                  507.5921             48432 
      534.9336                  570.0422                  689.3499             48433 
      738.5778                  843.1862                  892.9777             48434 
      929.7811                  974.7675                  989.3779             48435 
     1014.6704                 1053.7316                 1059.5895             48436 
     1095.1411                 1114.2893                 1141.7140             48437 
     1153.1335                 1178.9136                 1232.4093             48438 
     1251.6959                 1305.0921                 1339.8949             48439 
     1364.9755                 1399.4872                 1422.7149             48440 
     1427.9991                 1441.6088                 1459.0528             48441 
     1491.7149                 1493.7509                 1500.0272             48442 
     1852.3432                 3017.2485                 3077.1566             48443 
     3078.7750                 3088.5927                 3158.8724             48444 
     3172.1681                 3184.4146                 3746.6002             48445 
Zero-point correction (Hartree): 0.150905 48446 
 48447 
TS.diHPCARP_Ib.16OOHHshift.a.lttmud 48448 
----------------------------------- 48449 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14569205  48450 
Electronic state : 2-A 48451 
Cartesian coordinates (Angs): 48452 
     O       3.129093     -0.697397       0.343283 48453 
     H       2.956130      0.441269       0.233327 48454 
     O       2.351131      1.454392       0.016078 48455 
     O       2.361341     -1.239693      -0.640097 48456 
     O       1.100831      1.168316       0.463744 48457 
     C       0.979782     -1.151147      -0.277597 48458 
     C       0.454334      0.260968      -0.446621 48459 
     H       0.865446     -1.503193       0.750060 48460 
     H       0.462882     -1.820736      -0.960931 48461 
     H       0.637300      0.616113      -1.463497 48462 
     C      -1.049298      0.377064      -0.133118 48463 
     C      -1.560945      1.780892      -0.427610 48464 
     H      -1.389138      2.007929      -1.478536 48465 
     H      -1.034784      2.511218       0.183991 48466 
     H      -2.627348      1.840834      -0.225179 48467 
     C      -1.297717      0.038188       1.334146 48468 
     O      -1.627523     -0.604232      -0.970951 48469 
     O      -1.902766     -0.938020       1.683528 48470 
     H      -0.897662      0.761551       2.064513 48471 
     O      -3.035308     -0.583119      -0.813985 48472 
     H      -3.144152     -1.172751      -0.051752 48473 
Rotational constants (GHz):    1.6199900    0.6095500    0.5611700 48474 
Vibrational harmonic frequencies (cm-1): 48475 
    i2966.9554                   47.3583                   71.8864             48476 
      114.5147                  146.8227                  162.8714             48477 
      213.3506                  225.8492                  242.7014             48478 
      268.1524                  294.4623                  329.4227             48479 
      361.8017                  373.7912                  396.9434             48480 
      431.7128                  465.5360                  503.2792             48481 
      539.3400                  578.7516                  688.6566             48482 
      742.3065                  837.1314                  896.6469             48483 
      927.5430                  972.8298                  990.8930             48484 
     1020.7498                 1050.9290                 1056.5385             48485 
     1096.6695                 1121.3629                 1146.1681             48486 
     1153.2038                 1176.9863                 1223.7240             48487 
     1278.9665                 1305.9727                 1322.0755             48488 
     1363.3106                 1402.1064                 1417.4467             48489 
     1429.6383                 1441.9993                 1465.5441             48490 
     1487.5113                 1489.6519                 1501.0964             48491 
     1853.4625                 2999.7982                 3078.0589             48492 
     3082.7691                 3090.3514                 3161.9168             48493 
     3166.0539                 3172.8522                 3757.3031             48494 
Zero-point correction (Hartree): 0.150675 48495 
 48496 
TS.diHPCARP_Ib.16OOHHshift.b.cmpmud 48497 
----------------------------------- 48498 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14513672  48499 
Electronic state : 2-A 48500 
Cartesian coordinates (Angs): 48501 
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     O       3.073860      0.046626      -0.436136 48502 
     H       2.479947      1.046390      -0.217486 48503 
     O       1.587771      1.760316       0.108362 48504 
     O       2.426658     -0.871392       0.322056 48505 
     O       0.683708      0.879857       0.602691 48506 
     C       1.205650     -1.257361      -0.312834 48507 
     C       0.280409     -0.043539      -0.430514 48508 
     H       0.787202     -1.997126       0.368899 48509 
     H       1.420826     -1.711911      -1.280423 48510 
     H       0.380021      0.479692      -1.380020 48511 
     C      -1.186674     -0.405984      -0.215689 48512 
     C      -1.618844     -1.479616      -1.211573 48513 
     H      -1.109394     -2.418845      -1.000413 48514 
     H      -1.388729     -1.159371      -2.226430 48515 
     H      -2.690690     -1.649454      -1.124625 48516 
     C      -2.096979      0.801364      -0.420347 48517 
     O      -1.418380     -0.972621       1.063749 48518 
     O      -1.839157      1.680261      -1.188890 48519 
     H      -3.042053      0.758046       0.146299 48520 
     O      -1.487199      0.066111       2.032104 48521 
     H      -0.556593      0.250135       2.228448 48522 
Rotational constants (GHz):    1.3839800    0.7026800    0.6539600 48523 
Vibrational harmonic frequencies (cm-1): 48524 
    i2705.6063                   40.4263                   80.3010             48525 
       97.4148                  141.5424                  189.9644             48526 
      212.7236                  237.6404                  244.8821             48527 
      275.7286                  312.1667                  322.4068             48528 
      337.4319                  383.3430                  416.1125             48529 
      422.8703                  452.3171                  556.0653             48530 
      561.1690                  615.8137                  672.9998             48531 
      683.8769                  814.2944                  857.2263             48532 
      918.5642                  941.1540                  970.5522             48533 
      988.5448                  999.7269                 1052.1923             48534 
     1077.7196                 1125.2631                 1141.6941             48535 
     1168.9287                 1189.0068                 1242.7159             48536 
     1258.8131                 1295.7607                 1345.8160             48537 
     1379.5929                 1400.8231                 1410.2884             48538 
     1417.2218                 1446.0242                 1486.9743             48539 
     1489.9593                 1507.5264                 1700.9283             48540 
     1873.1936                 3006.1825                 3074.6047             48541 
     3082.9470                 3130.5968                 3148.6937             48542 
     3153.0146                 3161.3184                 3772.7227             48543 
Zero-point correction (Hartree): 0.151015 48544 
 48545 
TS.diHPCARP_Ib.16OOHHshift.b.cppmud 48546 
----------------------------------- 48547 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14560090  48548 
Electronic state : 2-A 48549 
Cartesian coordinates (Angs): 48550 
     O       2.998427     -0.206386      -0.623978 48551 
     H       2.548635      0.869363      -0.460965 48552 
     O       1.781079      1.716160      -0.103898 48553 
     O       2.399468     -0.946383       0.339746 48554 
     O       0.931128      0.997260       0.669591 48555 
     C       1.061957     -1.276818      -0.058420 48556 
     C       0.250381      0.022082      -0.144867 48557 
     H       0.713691     -1.938828       0.730092 48558 
     H       1.078000     -1.814476      -1.002751 48559 
     H       0.245455      0.402579      -1.164163 48560 
     C      -1.189596     -0.045411       0.363083 48561 
     C      -1.308555     -0.384261       1.845203 48562 
     H      -0.754530      0.347944       2.428935 48563 
     H      -0.919672     -1.379137       2.048023 48564 
     H      -2.356342     -0.351729       2.139278 48565 
     C      -2.003496     -1.048524      -0.442141 48566 
     O      -1.819412      1.222187       0.259953 48567 
     O      -1.529547     -2.006355      -0.983206 48568 
     H      -3.086867     -0.832380      -0.458433 48569 
     O      -1.893284      1.571175      -1.117204 48570 
     H      -1.275392      2.312993      -1.165186 48571 
Rotational constants (GHz):    1.3552200    0.7314900    0.6077100 48572 
Vibrational harmonic frequencies (cm-1): 48573 
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    i2653.7676                   44.6193                   48.9006             48574 
       85.2088                  141.5715                  150.6475             48575 
      191.3664                  229.5140                  243.7017             48576 
      261.0407                  307.8512                  318.9886             48577 
      334.1580                  360.7063                  369.8047             48578 
      430.0156                  464.5582                  529.6280             48579 
      559.5860                  644.5873                  658.1003             48580 
      681.0941                  831.9326                  835.8943             48581 
      930.6125                  940.4654                  959.2670             48582 
      978.4293                 1032.0515                 1049.1606             48583 
     1072.2602                 1122.9495                 1150.8558             48584 
     1168.3663                 1193.6301                 1246.5530             48585 
     1270.2234                 1290.8558                 1354.3980             48586 
     1375.9352                 1393.5073                 1405.2603             48587 
     1411.3112                 1412.7396                 1481.0568             48588 
     1495.9807                 1505.1666                 1711.8742             48589 
     1867.1837                 2987.6205                 3083.4026             48590 
     3121.1722                 3132.5951                 3160.8825             48591 
     3171.7025                 3182.9356                 3803.6326             48592 
Zero-point correction (Hartree): 0.150786 48593 
 48594 
TS.diHPCARP_Ib.16OOHHshift.b.lmppud 48595 
----------------------------------- 48596 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14526001  48597 
Electronic state : 2-A 48598 
Cartesian coordinates (Angs): 48599 
     O      -3.127268     -0.016618       0.295761 48600 
     H      -2.564458      1.018741       0.350149 48601 
     O      -1.664145      1.804895       0.286006 48602 
     O      -2.417511     -0.712298      -0.625490 48603 
     O      -0.709332      1.070842      -0.341167 48604 
     C      -1.222440     -1.237378      -0.039408 48605 
     C      -0.384949     -0.072827       0.482076 48606 
     H      -0.723698     -1.740569      -0.863189 48607 
     H      -1.478898     -1.947927       0.747590 48608 
     H      -0.672880      0.201851       1.496855 48609 
     C       1.127386     -0.327075       0.461653 48610 
     C       1.554281     -1.114856       1.697447 48611 
     H       0.984580     -2.040634       1.764144 48612 
     H       1.384532     -0.530047       2.600149 48613 
     H       2.611620     -1.360033       1.622473 48614 
     C       1.839024      1.022930       0.464095 48615 
     O       1.555749     -1.111216      -0.625833 48616 
     O       2.678679      1.318445      -0.336181 48617 
     H       1.539836      1.712596       1.274816 48618 
     O       1.132780     -0.489967      -1.829428 48619 
     H       1.847925      0.148593      -1.977506 48620 
Rotational constants (GHz):    1.5276500    0.6807600    0.6309700 48621 
Vibrational harmonic frequencies (cm-1): 48622 
    i2758.6151                   57.7026                   80.5713             48623 
       99.2194                  164.6216                  173.7754             48624 
      214.5895                  224.2844                  263.7618             48625 
      284.2020                  317.3724                  324.8155             48626 
      369.8485                  381.8637                  400.2743             48627 
      457.0557                  458.5650                  479.6428             48628 
      578.0933                  642.0969                  673.5097             48629 
      749.8075                  851.9313                  865.3872             48630 
      893.1128                  933.1833                  971.2148             48631 
      996.1363                 1001.8281                 1051.8337             48632 
     1069.7266                 1128.8835                 1135.1691             48633 
     1163.8581                 1195.6631                 1216.5232             48634 
     1287.6223                 1293.2608                 1343.7554             48635 
     1387.3919                 1402.2608                 1413.0864             48636 
     1420.4713                 1428.5916                 1488.0949             48637 
     1490.9997                 1505.4927                 1702.5722             48638 
     1869.2272                 2969.2482                 3076.1075             48639 
     3085.1543                 3105.9482                 3154.7308             48640 
     3163.9684                 3177.1125                 3754.0131             48641 
Zero-point correction (Hartree): 0.151246 48642 
 48643 
TS.diHPCARP_Ib.16OOHHshift.b.lmtmud 48644 
----------------------------------- 48645 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14356109  48646 
Electronic state : 2-A 48647 
Cartesian coordinates (Angs): 48648 
     O      -3.269317     -0.141891       0.165465 48649 
     H      -2.758850      0.923156       0.130494 48650 
     O      -1.899085      1.741479       0.013031 48651 
     O      -2.483054     -0.890630      -0.645262 48652 
     O      -0.885767      1.008505      -0.515156 48653 
     C      -1.294787     -1.278281       0.047721 48654 
     C      -0.510399     -0.017824       0.423550 48655 
     H      -0.747918     -1.876438      -0.677253 48656 
     H      -1.558187     -1.876242       0.920605 48657 
     H      -0.785655      0.346463       1.413748 48658 
     C       1.005005     -0.196698       0.376140 48659 
     C       1.455645     -1.136203       1.494247 48660 
     H       0.953892     -2.097669       1.392417 48661 
     H       1.216652     -0.714524       2.470326 48662 
     H       2.527587     -1.298910       1.427969 48663 
     C       1.641868      1.175435       0.569642 48664 
     O       1.295056     -0.703704      -0.909383 48665 
     O       2.433351      1.651647      -0.191867 48666 
     H       1.335166      1.708611       1.489566 48667 
     O       2.686137     -0.955261      -1.014640 48668 
     H       3.014758     -0.074180      -1.253175 48669 
Rotational constants (GHz):    1.6471800    0.6364400    0.5524900 48670 
Vibrational harmonic frequencies (cm-1): 48671 
    i2719.2749                   52.8743                   63.0295             48672 
       88.8812                  156.3335                  180.8792             48673 
      191.3603                  226.8857                  271.6815             48674 
      280.1204                  299.8833                  326.7457             48675 
      365.9816                  380.4794                  409.6615             48676 
      435.5460                  472.8358                  503.0685             48677 
      570.0428                  638.1560                  672.5704             48678 
      769.9305                  833.2946                  838.2587             48679 
      893.6675                  925.7694                  970.0379             48680 
      991.0194                 1010.7537                 1054.1935             48681 
     1078.8278                 1124.1163                 1140.9105             48682 
     1166.9563                 1194.5282                 1227.6065             48683 
     1271.3405                 1294.4976                 1355.3099             48684 
     1376.1325                 1401.9957                 1413.7974             48685 
     1422.7709                 1449.1512                 1486.4339             48686 
     1490.5280                 1507.5249                 1701.8928             48687 
     1869.8289                 2963.1841                 3076.7894             48688 
     3087.0060                 3102.4364                 3148.9261             48689 
     3166.7249                 3177.4969                 3753.9891             48690 
Zero-point correction (Hartree): 0.151099 48691 
 48692 
TS.diHPCARP_Ib.16OOHHshift.b.ltppud 48693 
----------------------------------- 48694 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14612492  48695 
Electronic state : 2-A 48696 
Cartesian coordinates (Angs): 48697 
     O       3.034081     -0.702638      -0.295149 48698 
     H       2.846569      0.455374      -0.255946 48699 
     O       2.260173      1.488948      -0.075963 48700 
     O       2.144169     -1.194654       0.599906 48701 
     O       1.131479      1.049380       0.533464 48702 
     C       0.834834     -1.249479       0.017328 48703 
     C       0.407943      0.173945      -0.357185 48704 
     H       0.220639     -1.668216       0.812453 48705 
     H       0.830379     -1.922162      -0.837345 48706 
     H       0.700339      0.426538      -1.375482 48707 
     C      -1.088666      0.503121      -0.206328 48708 
     C      -1.344763      1.977308      -0.500581 48709 
     H      -0.982942      2.211770      -1.500470 48710 
     H      -0.824999      2.605841       0.218521 48711 
     H      -2.414026      2.174100      -0.453693 48712 
     C      -1.572546      0.209634       1.205634 48713 
     O      -1.851373     -0.189966      -1.167824 48714 
     O      -2.526094     -0.478120       1.446288 48715 
     H      -0.990879      0.694149       2.010396 48716 
     O      -1.737513     -1.589308      -0.949402 48717 
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     H      -2.445265     -1.733692      -0.302216 48718 
Rotational constants (GHz):    1.4915700    0.6810500    0.5924900 48719 
Vibrational harmonic frequencies (cm-1): 48720 
    i2685.1501                   43.2563                   84.3329             48721 
      112.3541                  162.6487                  190.9969             48722 
      202.2171                  210.8199                  260.5523             48723 
      294.7147                  315.8474                  334.0361             48724 
      337.2832                  370.0236                  424.6072             48725 
      440.0570                  477.0695                  492.0012             48726 
      565.3894                  624.1450                  677.8238             48727 
      733.2925                  838.7448                  840.9566             48728 
      901.7955                  932.2694                  973.9185             48729 
      985.8482                 1020.5366                 1053.5247             48730 
     1081.2825                 1107.1874                 1149.8380             48731 
     1167.0722                 1198.1577                 1240.6227             48732 
     1257.0813                 1292.2946                 1350.8473             48733 
     1360.1023                 1401.5974                 1407.5383             48734 
     1420.4651                 1432.2005                 1485.4492             48735 
     1491.6534                 1499.5038                 1708.2347             48736 
     1857.0459                 2983.2165                 3080.4182             48737 
     3106.5003                 3117.7596                 3160.0621             48738 
     3167.0896                 3172.2422                 3755.6110             48739 
Zero-point correction (Hartree): 0.151161 48740 
 48741 
TS.diHPCARP_Ib.16OOHHshift.b.lttmud 48742 
----------------------------------- 48743 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14590825  48744 
Electronic state : 2-A 48745 
Cartesian coordinates (Angs): 48746 
     O       3.137622     -0.587408      -0.492419 48747 
     H       2.920665      0.524191      -0.203041 48748 
     O       2.311460      1.488939       0.182833 48749 
     O       2.222298     -1.287271       0.221378 48750 
     O       1.180650      0.923212       0.671803 48751 
     C       0.940948     -1.200687      -0.410868 48752 
     C       0.475683      0.259801      -0.391417 48753 
     H       0.300126     -1.834281       0.200449 48754 
     H       0.995692     -1.601218      -1.421725 48755 
     H       0.711021      0.778116      -1.320209 48756 
     C      -1.026266      0.410861      -0.106086 48757 
     C      -1.478632      1.854526      -0.263083 48758 
     H      -1.297502      2.174181      -1.287885 48759 
     H      -0.917827      2.497063       0.414280 48760 
     H      -2.540869      1.946456      -0.049639 48761 
     C      -1.326572     -0.074119       1.309223 48762 
     O      -1.598621     -0.459015      -1.061434 48763 
     O      -1.941460     -1.080328       1.534830 48764 
     H      -0.952042      0.568615       2.123381 48765 
     O      -3.009669     -0.429805      -0.935912 48766 
     H      -3.148466     -1.102011      -0.250856 48767 
Rotational constants (GHz):    1.6381900    0.6226900    0.5714000 48768 
Vibrational harmonic frequencies (cm-1): 48769 
    i2685.0963                   49.3911                   69.9180             48770 
      106.5996                  133.5369                  170.0889             48771 
      209.5016                  235.3238                  246.3677             48772 
      282.5227                  322.5064                  340.4602             48773 
      351.4904                  369.6605                  420.1148             48774 
      441.6457                  466.3871                  496.4952             48775 
      580.0972                  628.5423                  677.4012             48776 
      739.1853                  811.4069                  836.7913             48777 
      897.2618                  930.8634                  972.4724             48778 
      996.7434                 1016.2978                 1053.5349             48779 
     1092.8797                 1118.1806                 1152.7621             48780 
     1168.4597                 1198.3527                 1227.0629             48781 
     1278.8342                 1293.9050                 1349.7487             48782 
     1356.9031                 1402.7078                 1411.0904             48783 
     1422.0608                 1439.9355                 1488.4126             48784 
     1494.1321                 1502.4274                 1700.1711             48785 
     1853.2864                 3006.5529                 3079.9880             48786 
     3101.1364                 3113.6855                 3158.5099             48787 
     3161.1933                 3169.4205                 3756.1045             48788 
Zero-point correction (Hartree): 0.151158 48789 
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 48790 
TS.diHPCARP_Ib.16OOHHshift.b.pmmpud 48791 
----------------------------------- 48792 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14377047  48793 
Electronic state : 2-A 48794 
Cartesian coordinates (Angs): 48795 
     O      -3.071075      0.047667       0.015896 48796 
     H      -2.524368      1.081614      -0.181439 48797 
     O      -1.642235      1.863410      -0.311768 48798 
     O      -2.028332     -0.817143       0.078030 48799 
     O      -0.581711      1.089192      -0.641478 48800 
     C      -1.135057     -0.428580       1.137954 48801 
     C      -0.041421      0.453500       0.531588 48802 
     H      -0.738857     -1.343838       1.568929 48803 
     H      -1.723161      0.106706       1.878964 48804 
     H       0.274044      1.225624       1.237265 48805 
     C       1.230182     -0.242543       0.035281 48806 
     C       1.937548     -1.007016       1.146989 48807 
     H       1.349563     -1.867049       1.456759 48808 
     H       2.111298     -0.348089       1.996419 48809 
     H       2.898184     -1.368234       0.782689 48810 
     C       2.184191      0.843072      -0.474649 48811 
     O       1.022199     -1.043366      -1.114771 48812 
     O       2.486707      1.784970       0.197186 48813 
     H       2.594064      0.673446      -1.484201 48814 
     O       0.232064     -2.169554      -0.772643 48815 
     H      -0.634366     -1.912186      -1.121972 48816 
Rotational constants (GHz):    1.3947400    0.7859600    0.6172500 48817 
Vibrational harmonic frequencies (cm-1): 48818 
    i2745.6926                   47.4838                   80.3308             48819 
      106.7511                  160.6129                  166.6455             48820 
      216.2772                  231.3786                  238.9154             48821 
      266.2098                  307.4071                  319.1819             48822 
      331.9440                  391.0198                  437.1054             48823 
      450.1079                  463.6032                  510.3515             48824 
      559.4851                  641.2339                  683.2874             48825 
      743.5258                  782.1706                  828.3235             48826 
      915.4059                  920.1778                  957.3283             48827 
      991.2199                 1029.8035                 1046.3799             48828 
     1062.7659                 1110.9621                 1147.6496             48829 
     1165.6491                 1188.3374                 1226.3768             48830 
     1267.3668                 1293.7636                 1352.5933             48831 
     1385.3825                 1395.7356                 1396.9694             48832 
     1409.9134                 1440.0019                 1482.6025             48833 
     1490.7376                 1513.8103                 1700.7700             48834 
     1871.8847                 3007.9490                 3078.8805             48835 
     3088.6802                 3119.6332                 3153.2283             48836 
     3171.6159                 3180.5659                 3765.6891             48837 
Zero-point correction (Hartree): 0.151027 48838 
 48839 
TS.diHPCARP_Ib.16OOHHshift.b.pmpmud 48840 
----------------------------------- 48841 
IRC pathway available 48842 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.17358521  48843 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.05049003  48844 
     T1 diagnostic:  0.025657  48845 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00668290  48846 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02254436  48847 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01674488  48848 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02827625  48849 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47633207  48850 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46218137  48851 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14691999  48852 
Electronic state : 2-A 48853 
Cartesian coordinates (Angs): 48854 
     O       3.026758     -0.139288       0.078099 48855 
     H       2.545102      0.952317       0.079296 48856 
     O       1.709318      1.784573       0.026257 48857 
     O       1.925784     -0.932299       0.048535 48858 
     O       0.588586      1.121417       0.396809 48859 
     C       1.151927     -0.640594      -1.129657 48860 
     C       0.073233      0.361788      -0.715592 48861 
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     H       0.726499     -1.585520      -1.458888 48862 
     H       1.827820     -0.247987      -1.884247 48863 
     H      -0.180813      1.059643      -1.514721 48864 
     C      -1.202894     -0.331539      -0.223184 48865 
     C      -1.993957     -0.883247      -1.405909 48866 
     H      -1.403652     -1.608010      -1.964548 48867 
     H      -2.285704     -0.065398      -2.061133 48868 
     H      -2.888150     -1.384850      -1.040502 48869 
     C      -2.112557      0.647855       0.515785 48870 
     O      -0.926523     -1.460186       0.585521 48871 
     O      -2.359610      1.733203       0.077250 48872 
     H      -2.567113      0.254063       1.439401 48873 
     O      -0.437631     -1.024284       1.846185 48874 
     H       0.518041     -0.964911       1.687449 48875 
Rotational constants (GHz):    1.4434000    0.7598300    0.6752800 48876 
Vibrational harmonic frequencies (cm-1): 48877 
    i2707.7150                   82.2351                   85.7563             48878 
       97.3784                  144.1289                  202.2102             48879 
      208.7549                  224.5766                  254.8342             48880 
      284.4192                  300.7294                  328.9950             48881 
      338.5796                  383.1293                  393.3290             48882 
      458.9815                  499.9293                  541.9911             48883 
      553.8255                  627.0558                  682.1145             48884 
      745.7591                  792.9715                  836.5654             48885 
      921.0129                  939.7643                  959.9423             48886 
      969.3558                 1026.0771                 1031.7668             48887 
     1058.8412                 1104.7807                 1138.2889             48888 
     1160.8260                 1185.8790                 1247.8771             48889 
     1251.9002                 1290.3948                 1342.0481             48890 
     1372.7057                 1389.4128                 1398.6993             48891 
     1409.9919                 1456.7298                 1483.2541             48892 
     1491.0384                 1507.0472                 1704.8664             48893 
     1868.7665                 3011.0423                 3078.4531             48894 
     3101.2260                 3117.0520                 3154.6848             48895 
     3168.2527                 3177.0868                 3740.9798             48896 
Zero-point correction (Hartree): 0.151107 48897 
 48898 
 48899 
 48900 
1,4-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,S-48901 
di-HPCARP-Ia), forming OH + dihydroperoxide-keto-aldehyde 48902 
======================================================================================48903 
======================================================== 48904 
 48905 
TS.diHPCARP_I.14HPHshift.mppmmtd 48906 
-------------------------------- 48907 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12617375  48908 
Electronic state : 2-A 48909 
Cartesian coordinates (Angs): 48910 
     C       0.263306     -0.546122      -0.474426 48911 
     C       0.370192      0.659827       0.519817 48912 
     O      -0.342429      0.158053       1.650128 48913 
     O       0.121131     -1.142342       1.826958 48914 
     H       0.210719     -1.350464       0.567843 48915 
     C       1.790023      1.072111       0.866570 48916 
     C      -0.405075      1.872839       0.028394 48917 
     H       2.334486      1.318991      -0.042470 48918 
     H       2.295075      0.265028       1.387348 48919 
     H       1.754294      1.951911       1.508373 48920 
     O      -0.156298      2.393266      -1.021112 48921 
     H      -1.182964      2.251567       0.713133 48922 
     O       1.299995     -0.837022      -1.310154 48923 
     O       2.457046     -1.221452      -0.573050 48924 
     H       2.621236     -2.095200      -0.951749 48925 
     C      -0.993903     -0.584137      -1.325701 48926 
     O      -2.116973     -0.106575      -0.631530 48927 
     H      -0.870014      0.096375      -2.172038 48928 
     H      -1.168467     -1.595397      -1.694062 48929 
     O      -2.517258     -1.105869       0.293910 48930 
     H      -2.103331     -0.794397       1.114498 48931 
Rotational constants (GHz):    1.0947700    0.8615100    0.7889100 48932 
Vibrational harmonic frequencies (cm-1): 48933 
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    i2126.5827                   80.1138                   89.6309             48934 
      117.3742                  165.3003                  178.6385             48935 
      185.0123                  194.7920                  216.1413             48936 
      227.1573                  234.8638                  276.8962             48937 
      314.6492                  322.2969                  381.2620             48938 
      412.7624                  453.2019                  470.9003             48939 
      498.4314                  520.0230                  586.9852             48940 
      643.4078                  709.9296                  733.4324             48941 
      909.4256                  940.2986                  960.2852             48942 
      992.8546                 1010.2106                 1037.3150             48943 
     1058.0132                 1113.8797                 1143.5313             48944 
     1146.6296                 1174.7132                 1218.0262             48945 
     1245.5181                 1282.9008                 1295.5652             48946 
     1393.9485                 1396.3859                 1408.6094             48947 
     1430.0005                 1439.2792                 1462.1390             48948 
     1488.2260                 1501.4538                 1764.4583             48949 
     1860.7270                 2993.8775                 3068.5851             48950 
     3080.7335                 3124.8226                 3156.8262             48951 
     3193.0898                 3751.9054                 3812.5463             48952 
Zero-point correction (Hartree): 0.150063 48953 
 48954 
TS.diHPCARP_I.14HPHshift.mptmmtd 48955 
-------------------------------- 48956 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12584309  48957 
Electronic state : 2-A 48958 
Cartesian coordinates (Angs): 48959 
     C       0.255727     -0.547295      -0.486520 48960 
     C       0.376442      0.635441       0.535075 48961 
     O      -0.354902      0.125054       1.646896 48962 
     O       0.084308     -1.186009       1.802920 48963 
     H       0.184240     -1.372647       0.537323 48964 
     C       1.798988      1.015284       0.907738 48965 
     C      -0.368463      1.872275       0.056129 48966 
     H       2.346429      1.306062       0.012667 48967 
     H       2.292764      0.182143       1.397025 48968 
     H       1.768912      1.867804       1.585735 48969 
     O      -0.072398      2.421053      -0.966815 48970 
     H      -1.169448      2.237915       0.720315 48971 
     O       1.286359     -0.841996      -1.323912 48972 
     O       2.380960     -1.369772      -0.576250 48973 
     H       3.125247     -0.959420      -1.035883 48974 
     C      -1.000475     -0.551001      -1.340220 48975 
     O      -2.114638     -0.050287      -0.647769 48976 
     H      -0.858327      0.130362      -2.183359 48977 
     H      -1.195339     -1.556078      -1.714338 48978 
     O      -2.552467     -1.049709       0.260104 48979 
     H      -2.125562     -0.771034       1.085924 48980 
Rotational constants (GHz):    1.0925100    0.8626700    0.7883500 48981 
Vibrational harmonic frequencies (cm-1): 48982 
    i2133.1475                   78.9468                   87.4746             48983 
      103.5365                  124.2497                  178.3616             48984 
      183.1893                  195.7493                  217.5262             48985 
      227.7611                  235.2064                  278.6286             48986 
      311.7763                  323.3539                  379.3104             48987 
      412.7017                  455.3026                  471.5195             48988 
      503.8062                  520.4930                  587.2090             48989 
      640.5965                  710.8428                  735.1629             48990 
      909.3170                  940.2268                  958.9913             48991 
      992.4704                 1014.6033                 1037.5046             48992 
     1058.3786                 1117.2375                 1144.8500             48993 
     1146.6918                 1174.7125                 1220.0506             48994 
     1244.8413                 1285.0928                 1296.0794             48995 
     1392.1057                 1395.8109                 1407.5342             48996 
     1432.0439                 1440.1937                 1461.8698             48997 
     1489.8192                 1499.4290                 1759.5616             48998 
     1858.6340                 3000.2947                 3067.5723             48999 
     3078.1606                 3126.7365                 3149.1656             49000 
     3192.1618                 3750.9138                 3822.3844             49001 
Zero-point correction (Hartree): 0.149968 49002 
 49003 
TS.diHPCARP_I.14HPHshift.mtppptd 49004 
-------------------------------- 49005 
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IRC pathway available 49006 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.16066851  49007 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.03881510  49008 
     T1 diagnostic:  0.022879  49009 
E(MP2/Aug-CC-pVTZ) (Hartree): -720.99744736  49010 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.01390962  49011 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.00572614  49012 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.01891557  49013 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.46663936  49014 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.45522397  49015 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13353156  49016 
Electronic state : 2-A 49017 
Cartesian coordinates (Angs): 49018 
     C      -0.029189     -0.770541      -0.048801 49019 
     C      -1.121338      0.312213       0.147614 49020 
     O      -1.959838      0.032599      -0.965343 49021 
     O      -2.164146     -1.342779      -0.911828 49022 
     H      -0.965759     -1.586904      -0.444155 49023 
     C      -1.831013      0.190843       1.484782 49024 
     C      -0.575104      1.716919      -0.051804 49025 
     H      -1.147159      0.455946       2.287099 49026 
     H      -2.186476     -0.826083       1.628148 49027 
     H      -2.680197      0.872264       1.497023 49028 
     O       0.146251      2.240273       0.755631 49029 
     H      -0.887716      2.225666      -0.978734 49030 
     O       0.563867     -1.048357       1.150202 49031 
     O       1.751120     -1.800256       1.005646 49032 
     H       2.395237     -1.092261       0.826271 49033 
     C       0.851159     -0.603836      -1.266374 49034 
     O       1.528010      0.643643      -1.288482 49035 
     H       1.555602     -1.428284      -1.351956 49036 
     H       0.214061     -0.570749      -2.149387 49037 
     O       2.385863      0.713033      -0.158405 49038 
     H       1.926285      1.371563       0.393836 49039 
Rotational constants (GHz):    1.1963900    0.8703200    0.7530100 49040 
Vibrational harmonic frequencies (cm-1): 49041 
    i2050.2337                   84.7480                  133.2844             49042 
      144.4517                  172.3144                  187.9931             49043 
      195.1285                  217.8516                  233.7847             49044 
      240.1071                  272.4346                  287.5796             49045 
      323.9816                  366.1608                  402.0284             49046 
      457.7281                  468.1649                  483.1043             49047 
      534.4884                  552.2656                  579.6335             49048 
      707.3480                  736.5605                  817.4230             49049 
      897.0546                  913.9506                  955.0696             49050 
      981.4234                 1006.8394                 1035.9823             49051 
     1046.1993                 1093.6995                 1129.5146             49052 
     1170.5638                 1193.3500                 1233.2538             49053 
     1263.3554                 1307.8519                 1343.3597             49054 
     1388.0299                 1395.4097                 1409.9528             49055 
     1462.3611                 1470.1493                 1479.0655             49056 
     1488.7160                 1498.7119                 1781.1856             49057 
     1838.9531                 3009.9684                 3085.9199             49058 
     3108.9679                 3163.1863                 3165.8050             49059 
     3183.7077                 3667.6002                 3686.3221             49060 
Zero-point correction (Hartree): 0.151393 49061 
 49062 
TS.diHPCARP_I.14HPHshift.mttmmtd 49063 
-------------------------------- 49064 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.12730593  49065 
Electronic state : 2-A 49066 
Cartesian coordinates (Angs): 49067 
     C      -0.481698     -0.463349      -0.250996 49068 
     C      -0.094440      1.033755      -0.128580 49069 
     O       1.054147      1.112026      -0.971117 49070 
     O       0.701546      0.407148      -2.125020 49071 
     H       0.010339     -0.489857      -1.441239 49072 
     C      -1.198545      1.972746      -0.586563 49073 
     C       0.363470      1.400473       1.274702 49074 
     H      -2.047384      1.903361       0.089518 49075 
     H      -1.510386      1.717804      -1.596300 49076 
     H      -0.816498      2.992534      -0.577702 49077 
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     O      -0.352912      1.253520       2.223323 49078 
     H       1.377758      1.826328       1.351825 49079 
     O      -1.840994     -0.597391      -0.265140 49080 
     O      -2.160676     -1.983652      -0.218032 49081 
     H      -3.048387     -1.938837       0.159198 49082 
     C       0.253652     -1.435866       0.663352 49083 
     O       1.561148     -0.993913       0.930356 49084 
     H      -0.254224     -1.440369       1.631586 49085 
     H       0.268643     -2.442776       0.253402 49086 
     O       2.364709     -1.288968      -0.201907 49087 
     H       2.349766     -0.444904      -0.681477 49088 
Rotational constants (GHz):    0.9665700    0.9120300    0.7995400 49089 
Vibrational harmonic frequencies (cm-1): 49090 
    i1898.2964                   73.5012                   85.8629             49091 
      101.2000                  105.8105                  135.4010             49092 
      176.9402                  194.2359                  208.3664             49093 
      217.7786                  249.8362                  262.6238             49094 
      288.7094                  328.2302                  355.2508             49095 
      410.0712                  452.5274                  472.5414             49096 
      481.0388                  516.7729                  601.3996             49097 
      625.4799                  702.3394                  766.5144             49098 
      914.8541                  945.2405                  962.4463             49099 
      989.7354                 1020.5668                 1034.3953             49100 
     1068.6315                 1127.1771                 1141.3670             49101 
     1159.5081                 1199.1884                 1238.5954             49102 
     1244.3356                 1292.7361                 1301.8956             49103 
     1391.6726                 1394.3983                 1407.6538             49104 
     1439.5998                 1454.7552                 1460.9126             49105 
     1490.3998                 1499.1003                 1765.1215             49106 
     1861.5175                 3001.2706                 3074.3940             49107 
     3082.6050                 3151.2632                 3161.6375             49108 
     3178.5347                 3719.6736                 3834.0426             49109 
Zero-point correction (Hartree): 0.149953 49110 
 49111 
 49112 
 49113 
1,5-alpha-hydroperoxide-H-shift in (2R,3S)-2-Me-3,4-diOOH-butanal-2-peroxyl (A', R,R-49114 
di-HPCARP-Ia), forming OH + dihydroperoxide-dialdehyde 49115 
======================================================================================49116 
===================================================== 49117 
 49118 
TS.diHPCARP_I.15HPHshift.dcmumudu 49119 
--------------------------------- 49120 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13701735  49121 
Electronic state : 2-A 49122 
Cartesian coordinates (Angs): 49123 
     O      -0.959759     -0.218098       1.498876 49124 
     O       0.321778     -0.573897       1.897613 49125 
     H       0.978120      0.173530       1.178932 49126 
     C       1.202913      0.675854      -0.010539 49127 
     C      -0.131952      0.478117      -0.695444 49128 
     C      -1.060771     -0.466987       0.108843 49129 
     C      -2.522903     -0.288294      -0.264328 49130 
     H      -2.638701     -0.390470      -1.341554 49131 
     H      -2.854662      0.701134       0.040547 49132 
     H      -3.127612     -1.042999       0.236635 49133 
     C      -0.673488     -1.921889      -0.146617 49134 
     O      -0.282373     -2.326522      -1.202878 49135 
     H      -0.846290     -2.584671       0.719408 49136 
     H       0.028081      0.002584      -1.667007 49137 
     O      -0.747471      1.703682      -1.019632 49138 
     O      -0.980040      2.396953       0.209437 49139 
     H      -0.703955      3.288590      -0.034304 49140 
     H       1.515046      1.707051       0.145752 49141 
     O       2.155582     -0.107298      -0.622043 49142 
     O       3.394347      0.126605       0.028192 49143 
     H       3.550667     -0.726947       0.453577 49144 
Rotational constants (GHz):    1.0883400    0.8288000    0.6596100 49145 
Vibrational harmonic frequencies (cm-1): 49146 
    i1907.3004                   30.1507                   74.0731             49147 
       96.0430                  133.4798                  146.5446             49148 
      159.5737                  190.9000                  193.9459             49149 
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      219.3526                  234.9587                  268.7859             49150 
      295.6006                  318.2087                  331.5292             49151 
      352.4404                  374.4099                  463.1004             49152 
      525.1356                  585.3100                  604.0308             49153 
      683.6339                  698.8429                  853.5464             49154 
      934.7521                  957.8443                  964.3574             49155 
      980.4427                 1010.2780                 1027.1509             49156 
     1076.1453                 1091.2212                 1131.0865             49157 
     1157.0558                 1207.5662                 1226.0123             49158 
     1238.1163                 1268.1449                 1290.0724             49159 
     1323.8911                 1383.4393                 1396.6166             49160 
     1408.1829                 1420.5547                 1433.5544             49161 
     1483.9347                 1502.5399                 1582.6369             49162 
     1867.2608                 2993.8341                 3079.7128             49163 
     3088.1853                 3127.8545                 3158.4644             49164 
     3176.0683                 3812.0905                 3836.6573             49165 
Zero-point correction (Hartree): 0.149150 49166 
 49167 
TS.diHPCARP_I.15HPHshift.dcmupddu 49168 
--------------------------------- 49169 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13644197  49170 
Electronic state : 2-A 49171 
Cartesian coordinates (Angs): 49172 
     O      -0.951176     -0.499988       1.472660 49173 
     O       0.320858     -0.597896       2.022471 49174 
     H       0.857628      0.336992       1.438581 49175 
     C       0.966151      1.125897       0.400169 49176 
     C      -0.053590      0.523000      -0.555384 49177 
     C      -0.820585     -0.667537       0.067504 49178 
     C      -2.225785     -0.822935      -0.492346 49179 
     H      -2.175437     -0.882177      -1.577564 49180 
     H      -2.831984      0.032010      -0.206256 49181 
     H      -2.676838     -1.734473      -0.102047 49182 
     C      -0.089401     -1.983974      -0.187223 49183 
     O       0.459109     -2.247020      -1.217152 49184 
     H      -0.179131     -2.706852       0.642701 49185 
     H       0.462293      0.146905      -1.440852 49186 
     O      -0.915223      1.517848      -1.078071 49187 
     O      -1.631430      2.090618       0.019361 49188 
     H      -1.601770      3.024922      -0.218457 49189 
     H       0.697898      2.111135       0.771699 49190 
     O       2.272603      1.190654      -0.023410 49191 
     O       2.642412     -0.073222      -0.552400 49192 
     H       3.209365     -0.423109       0.148199 49193 
Rotational constants (GHz):    1.0350200    0.9234700    0.7141800 49194 
Vibrational harmonic frequencies (cm-1): 49195 
    i1907.9227                   41.8434                   77.6734             49196 
      122.7739                  147.9373                  160.7574             49197 
      185.8792                  205.6468                  211.6171             49198 
      240.1571                  256.4850                  271.5226             49199 
      295.0377                  306.9820                  331.2295             49200 
      365.1895                  425.5768                  464.7018             49201 
      555.1580                  564.6517                  594.4110             49202 
      670.8302                  682.5813                  866.6833             49203 
      917.0684                  933.7318                  955.3843             49204 
      977.4142                  980.0389                  996.3951             49205 
     1068.9583                 1084.2246                 1120.3615             49206 
     1149.4108                 1191.0860                 1222.3253             49207 
     1233.2455                 1242.5323                 1284.9686             49208 
     1335.6081                 1388.6601                 1394.7462             49209 
     1407.8032                 1408.9533                 1433.2283             49210 
     1484.0772                 1504.4081                 1623.0752             49211 
     1870.1496                 2987.6659                 3081.3823             49212 
     3108.4014                 3159.1566                 3164.1954             49213 
     3183.2336                 3802.8220                 3838.1436             49214 
Zero-point correction (Hartree): 0.149398 49215 
 49216 
TS.diHPCARP_I.15HPHshift.dcmutduu 49217 
--------------------------------- 49218 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13715849  49219 
Electronic state : 2-A 49220 
Cartesian coordinates (Angs): 49221 
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     O       2.052552     -0.325903      -0.840269 49222 
     O       1.579282     -1.624875      -0.888276 49223 
     H       0.415798     -1.452392      -1.239340 49224 
     C      -0.731573     -0.814382      -1.074189 49225 
     C      -0.147989      0.543990      -0.744622 49226 
     C       1.197195      0.414214       0.014216 49227 
     C       1.856610      1.764092       0.237701 49228 
     H       1.201764      2.396004       0.832548 49229 
     H       2.035414      2.239744      -0.725540 49230 
     H       2.809644      1.636692       0.749359 49231 
     C       1.120568     -0.317822       1.350809 49232 
     O       0.167088     -0.343887       2.076501 49233 
     H       2.077533     -0.790155       1.633842 49234 
     H       0.086954      1.017112      -1.703875 49235 
     O      -0.957285      1.411796       0.018374 49236 
     O      -2.184937      1.571842      -0.669490 49237 
     H      -2.704595      0.851748      -0.271542 49238 
     H      -1.248666     -0.887066      -2.030801 49239 
     O      -1.288143     -1.592829      -0.082177 49240 
     O      -2.220085     -0.850168       0.714397 49241 
     H      -1.630502     -0.520059       1.419378 49242 
Rotational constants (GHz):    1.2432400    0.8695000    0.7718400 49243 
Vibrational harmonic frequencies (cm-1): 49244 
    i2059.8533                   85.9034                  116.3783             49245 
      156.9504                  184.1787                  196.8980             49246 
      201.8305                  214.0711                  236.1898             49247 
      254.5673                  283.0455                  304.1705             49248 
      317.6204                  386.4348                  399.8848             49249 
      429.8233                  520.2411                  536.5077             49250 
      559.3683                  627.4003                  641.9312             49251 
      686.2532                  763.3014                  838.3560             49252 
      882.4733                  928.6655                  947.7187             49253 
      972.2108                  996.8974                 1029.7990             49254 
     1050.3588                 1080.1966                 1143.7646             49255 
     1174.4479                 1205.4055                 1213.5214             49256 
     1235.7674                 1272.8874                 1332.6345             49257 
     1364.3325                 1394.3251                 1405.0515             49258 
     1416.6747                 1454.9384                 1468.2996             49259 
     1488.5860                 1498.8287                 1549.9999             49260 
     1863.8816                 2994.1137                 3051.1163             49261 
     3076.5423                 3112.4202                 3153.0517             49262 
     3173.7066                 3634.5460                 3711.3818             49263 
Zero-point correction (Hartree): 0.150860 49264 
 49265 
TS.diHPCARP_I.15HPHshift.dcpdpddu 49266 
--------------------------------- 49267 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13528292  49268 
Electronic state : 2-A 49269 
Cartesian coordinates (Angs): 49270 
     O      -1.558995      0.375210       1.220528 49271 
     O      -1.194375     -0.853689       1.762179 49272 
     H       0.055573     -0.853838       1.455060 49273 
     C       1.053260     -0.310439       0.863883 49274 
     C       0.368968      0.506259      -0.222352 49275 
     C      -1.161685      0.355138      -0.143991 49276 
     C      -1.914960      1.462431      -0.857894 49277 
     H      -1.531678      1.583457      -1.869539 49278 
     H      -1.779785      2.397961      -0.321523 49279 
     H      -2.976761      1.222984      -0.895313 49280 
     C      -1.614860     -1.000195      -0.682847 49281 
     O      -0.923184     -1.773355      -1.285305 49282 
     H      -2.678125     -1.210048      -0.476514 49283 
     H       0.712544      0.179614      -1.204749 49284 
     O       0.632725      1.887585      -0.061702 49285 
     O       2.008342      2.071598      -0.367783 49286 
     H       2.351783      2.418718       0.464590 49287 
     H       1.445976      0.303228       1.674195 49288 
     O       2.030313     -1.215305       0.531212 49289 
     O       1.884584     -1.744021      -0.770355 49290 
     H       0.980844     -2.105439      -0.797199 49291 
Rotational constants (GHz):    1.0532500    0.9047100    0.6879700 49292 
Vibrational harmonic frequencies (cm-1): 49293 



698 
 

    i1723.5889                   59.6860                   98.1345             49294 
      105.3003                  124.6891                  181.5084             49295 
      194.3040                  202.7535                  219.0762             49296 
      219.7647                  253.5082                  285.5309             49297 
      323.6429                  341.4024                  345.5299             49298 
      367.7885                  409.3809                  476.2953             49299 
      543.1046                  560.7649                  600.0070             49300 
      626.9002                  638.0954                  867.6623             49301 
      924.1817                  950.7690                  954.7966             49302 
      980.4005                  998.8492                 1041.1001             49303 
     1063.0383                 1086.2032                 1133.1179             49304 
     1163.2504                 1223.9820                 1237.9270             49305 
     1247.6451                 1299.5095                 1303.5638             49306 
     1341.4790                 1404.1843                 1410.2088             49307 
     1413.8101                 1419.6198                 1483.5543             49308 
     1485.3049                 1499.3498                 1647.2405             49309 
     1858.5769                 3004.0270                 3080.0477             49310 
     3110.8460                 3124.6632                 3158.0092             49311 
     3173.4893                 3690.1924                 3826.8222             49312 
Zero-point correction (Hartree): 0.149868 49313 
 49314 
TS.diHPCARP_I.15HPHshift.dcpdpudu 49315 
--------------------------------- 49316 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13605166  49317 
Electronic state : 2-A 49318 
Cartesian coordinates (Angs): 49319 
     O       1.510460     -0.877625      -1.130193 49320 
     O       1.062724     -2.042393      -0.517842 49321 
     H      -0.160883     -1.773210      -0.469892 49322 
     C      -0.997717     -0.792968      -0.665716 49323 
     C      -0.253471      0.333150       0.023917 49324 
     C       1.266110      0.189464      -0.221073 49325 
     C       1.926831      1.419963      -0.822612 49326 
     H       1.761107      2.281143      -0.180412 49327 
     H       1.508742      1.624984      -1.805588 49328 
     H       2.996006      1.236939      -0.922160 49329 
     C       1.998976     -0.143784       1.078945 49330 
     O       1.646827      0.232192       2.157081 49331 
     H       2.926297     -0.722301       0.920308 49332 
     H      -0.431656      0.320743       1.097558 49333 
     O      -0.684329      1.594246      -0.483707 49334 
     O      -1.998580      1.806648       0.021245 49335 
     H      -2.534433      1.728942      -0.778944 49336 
     H      -0.960575     -0.736367      -1.754303 49337 
     O      -2.307872     -1.007961      -0.328929 49338 
     O      -2.488959     -0.953487       1.073242 49339 
     H      -2.671150     -0.008788       1.205496 49340 
Rotational constants (GHz):    1.2131700    0.7448800    0.6562000 49341 
Vibrational harmonic frequencies (cm-1): 49342 
    i1924.5398                   35.9367                   95.8847             49343 
      103.9233                  137.7752                  169.6119             49344 
      201.7957                  233.9869                  251.0562             49345 
      254.7167                  286.5923                  299.3248             49346 
      322.3969                  340.7699                  374.2030             49347 
      386.4243                  463.0560                  491.0701             49348 
      534.9321                  561.9273                  603.9504             49349 
      636.0542                  662.2551                  896.6951             49350 
      911.4487                  934.8124                  964.6591             49351 
      978.4138                 1001.7803                 1025.3881             49352 
     1062.9140                 1091.1252                 1102.4995             49353 
     1180.1097                 1215.6085                 1225.0862             49354 
     1240.7567                 1253.0237                 1314.4053             49355 
     1386.7690                 1393.6926                 1408.4928             49356 
     1411.0644                 1422.9952                 1444.1990             49357 
     1488.0608                 1500.3026                 1703.7513             49358 
     1877.0876                 2989.4927                 3080.5133             49359 
     3118.5896                 3132.0057                 3158.8645             49360 
     3175.6439                 3735.1291                 3811.9740             49361 
Zero-point correction (Hartree): 0.150553 49362 
 49363 
TS.diHPCARP_I.15HPHshift.dctdmudu 49364 
--------------------------------- 49365 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13629878  49366 
Electronic state : 2-A 49367 
Cartesian coordinates (Angs): 49368 
     O       0.745559     -1.203547      -1.331854 49369 
     O      -0.268474     -2.052160      -0.903255 49370 
     H      -1.105444     -1.208355      -0.583452 49371 
     C      -1.368757      0.050182      -0.347726 49372 
     C      -0.033908      0.588302       0.114746 49373 
     C       1.113301     -0.397579      -0.218286 49374 
     C       2.418654      0.281940      -0.593989 49375 
     H       2.773886      0.888372       0.234868 49376 
     H       2.261127      0.924978      -1.456876 49377 
     H       3.159031     -0.478366      -0.838557 49378 
     C       1.384592     -1.332337       0.957439 49379 
     O       1.221759     -1.027738       2.103318 49380 
     H       1.802696     -2.308713       0.655529 49381 
     H      -0.053559      0.744465       1.194483 49382 
     O       0.098000      1.841163      -0.544681 49383 
     O       1.016441      2.641679       0.189334 49384 
     H       0.424940      3.297874       0.579291 49385 
     H      -1.676109      0.390792      -1.337261 49386 
     O      -2.321088      0.249633       0.619852 49387 
     O      -3.590810     -0.026404       0.053321 49388 
     H      -3.880955     -0.775114       0.590581 49389 
Rotational constants (GHz):    1.0702400    0.7566000    0.5996400 49390 
Vibrational harmonic frequencies (cm-1): 49391 
    i1910.2460                   20.0138                   82.0619             49392 
      102.4555                  121.5341                  140.6969             49393 
      168.8585                  199.4362                  232.0934             49394 
      243.0149                  258.7504                  273.2945             49395 
      294.3209                  317.7511                  338.4892             49396 
      360.6220                  384.1542                  414.2750             49397 
      523.8050                  567.8704                  640.1931             49398 
      645.8289                  672.4653                  839.1322             49399 
      920.0185                  931.2186                  967.5321             49400 
      983.8958                 1022.1373                 1037.4266             49401 
     1069.0403                 1089.4532                 1141.7775             49402 
     1153.1111                 1215.4956                 1229.5801             49403 
     1239.6132                 1261.7474                 1289.5679             49404 
     1361.3666                 1396.6677                 1402.1798             49405 
     1408.0558                 1414.4047                 1426.5283             49406 
     1487.9544                 1499.3560                 1658.0329             49407 
     1868.7633                 2988.6432                 3082.1941             49408 
     3102.9539                 3113.9165                 3161.9819             49409 
     3179.5263                 3815.4910                 3816.9794             49410 
Zero-point correction (Hartree): 0.149397 49411 
 49412 
TS.diHPCARP_I.15HPHshift.dctumudu 49413 
--------------------------------- 49414 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13461423  49415 
Electronic state : 2-A 49416 
Cartesian coordinates (Angs): 49417 
     O       0.544882     -1.015564      -1.497072 49418 
     O      -0.829726     -1.173224      -1.618450 49419 
     H      -1.205111     -0.067445      -1.232527 49420 
     C      -1.131833      0.873507      -0.327198 49421 
     C       0.280330      0.704578       0.188596 49422 
     C       0.833959     -0.702713      -0.146200 49423 
     C       2.345341     -0.799491      -0.012853 49424 
     H       2.651734     -0.483850       0.981567 49425 
     H       2.812562     -0.168575      -0.767517 49426 
     H       2.664101     -1.827154      -0.182155 49427 
     C       0.212087     -1.759124       0.761685 49428 
     O       0.020015     -1.583821       1.929675 49429 
     H       0.015364     -2.723441       0.261088 49430 
     H       0.290909      0.827421       1.274221 49431 
     O       1.042733      1.732189      -0.419138 49432 
     O       2.047377      2.130630       0.506622 49433 
     H       2.850786      1.994939      -0.010424 49434 
     H      -1.343325      1.818366      -0.825893 49435 
     O      -2.029876      0.546917       0.661968 49436 
     O      -3.334509      0.726764       0.134921 49437 
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     H      -3.663488     -0.181932       0.129254 49438 
Rotational constants (GHz):    1.0905300    0.7795000    0.6480600 49439 
Vibrational harmonic frequencies (cm-1): 49440 
    i1864.0107                   24.8901                   64.9356             49441 
       89.8875                  112.0275                  136.0018             49442 
      143.4185                  173.6218                  200.9093             49443 
      229.3601                  251.8878                  282.8014             49444 
      305.4389                  313.9733                  333.3809             49445 
      366.3462                  374.8180                  419.9863             49446 
      520.4149                  569.2281                  643.2048             49447 
      662.4011                  686.6990                  826.2052             49448 
      931.7864                  956.1358                  971.0617             49449 
      996.1848                 1015.6583                 1055.1224             49450 
     1078.4300                 1102.6347                 1127.4960             49451 
     1163.0251                 1207.4281                 1225.9951             49452 
     1239.8696                 1267.4798                 1294.3906             49453 
     1330.8664                 1392.6407                 1394.2553             49454 
     1403.6962                 1411.1862                 1422.5865             49455 
     1490.8530                 1508.7000                 1582.0941             49456 
     1867.8038                 2988.7946                 3075.8778             49457 
     3090.6870                 3123.6198                 3148.8555             49458 
     3174.0309                 3812.5290                 3828.8280             49459 
Zero-point correction (Hartree): 0.149021 49460 
 49461 
TS.diHPCARP_I.15HPHshift.dmmdmudu 49462 
--------------------------------- 49463 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13934951  49464 
Electronic state : 2-A 49465 
Cartesian coordinates (Angs): 49466 
     O       1.032703     -0.012387       1.414658 49467 
     O      -0.259969     -0.014316       1.926938 49468 
     H      -0.874800     -0.642430       1.038134 49469 
     C      -1.134741     -0.772019      -0.231270 49470 
     C       0.209548     -0.417894      -0.821623 49471 
     C       0.999066      0.540471       0.105727 49472 
     C       2.445427      0.694900      -0.335767 49473 
     H       2.468486      1.079478      -1.353585 49474 
     H       2.952813     -0.266950      -0.311084 49475 
     H       2.963082      1.391946       0.321214 49476 
     C       0.361849      1.924509       0.145595 49477 
     O       0.020654      2.501315      -0.845763 49478 
     H       0.302044      2.373688       1.152004 49479 
     H       0.084930      0.086108      -1.783814 49480 
     O       0.958032     -1.582324      -1.103073 49481 
     O       0.886824     -2.464437       0.010770 49482 
     H       1.465351     -2.045875       0.666487 49483 
     H      -1.477633     -1.792252      -0.390197 49484 
     O      -2.053899      0.196113      -0.553741 49485 
     O      -3.300288     -0.188765       0.004425 49486 
     H      -3.443623      0.514885       0.651148 49487 
Rotational constants (GHz):    1.0878700    0.8775800    0.6758300 49488 
Vibrational harmonic frequencies (cm-1): 49489 
    i1820.0196                   49.6197                   76.7627             49490 
       96.0819                  133.7358                  145.3122             49491 
      154.3487                  179.8555                  210.3174             49492 
      218.5861                  277.2533                  295.3348             49493 
      304.8461                  330.7000                  348.2095             49494 
      371.7190                  407.3631                  477.1684             49495 
      517.6854                  574.8610                  621.0245             49496 
      679.8676                  702.9927                  850.5373             49497 
      928.4791                  958.3627                  961.8290             49498 
      973.1698                 1014.5268                 1033.2702             49499 
     1074.0890                 1102.5458                 1130.0923             49500 
     1161.1048                 1208.9774                 1222.0762             49501 
     1241.9049                 1268.1740                 1286.6221             49502 
     1318.7884                 1394.0591                 1395.9940             49503 
     1410.8628                 1422.7061                 1445.1404             49504 
     1489.0835                 1496.2451                 1575.2021             49505 
     1866.7263                 2995.5530                 3080.0046             49506 
     3088.6751                 3141.9060                 3160.0295             49507 
     3168.8285                 3758.2728                 3812.7058             49508 
Zero-point correction (Hartree): 0.149471 49509 
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 49510 
TS.diHPCARP_I.15HPHshift.dmmdpddu 49511 
--------------------------------- 49512 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13715708  49513 
Electronic state : 2-A 49514 
Cartesian coordinates (Angs): 49515 
     O       0.814278      0.511584       1.444500 49516 
     O      -0.242420     -0.169637       2.034596 49517 
     H      -0.383020     -1.105205       1.232008 49518 
     C      -0.458076     -1.535875       0.005327 49519 
     C       0.277357     -0.422661      -0.729938 49520 
     C       0.450797      0.869185       0.113296 49521 
     C       1.580925      1.740916      -0.414938 49522 
     H       1.363384      2.010469      -1.446075 49523 
     H       2.532825      1.216140      -0.384798 49524 
     H       1.653415      2.648396       0.181814 49525 
     C      -0.812274      1.727248       0.126301 49526 
     O      -1.262882      2.204610      -0.873735 49527 
     H      -1.227545      1.928879       1.127842 49528 
     H      -0.259788     -0.154438      -1.643462 49529 
     O       1.535961     -0.900808      -1.174516 49530 
     O       2.204668     -1.522688      -0.084792 49531 
     H       2.469695     -0.780674       0.479574 49532 
     H       0.044047     -2.497198      -0.041449 49533 
     O      -1.777119     -1.747937      -0.311565 49534 
     O      -2.439915     -0.492771      -0.343656 49535 
     H      -3.085961     -0.598070       0.367613 49536 
Rotational constants (GHz):    1.0643800    0.9603400    0.7298500 49537 
Vibrational harmonic frequencies (cm-1): 49538 
    i1844.7949                   63.9377                   78.9097             49539 
      113.6686                  144.4970                  172.8210             49540 
      177.1425                  201.6612                  220.2202             49541 
      231.7420                  276.3830                  304.2283             49542 
      308.5105                  312.3102                  328.6241             49543 
      386.5969                  436.0977                  467.3049             49544 
      539.1297                  550.6829                  598.7322             49545 
      682.8468                  700.4375                  854.6908             49546 
      918.8952                  937.9850                  960.6864             49547 
      965.9712                  989.9975                 1013.6334             49548 
     1070.8699                 1081.1320                 1113.1768             49549 
     1149.3267                 1196.9629                 1213.9310             49550 
     1239.0797                 1251.3140                 1276.8256             49551 
     1322.5917                 1390.4584                 1397.2970             49552 
     1410.9206                 1426.4523                 1440.2569             49553 
     1484.8486                 1501.6397                 1592.8007             49554 
     1866.5919                 3007.1078                 3084.4517             49555 
     3092.9684                 3163.7844                 3172.5798             49556 
     3177.7609                 3762.3874                 3810.4337             49557 
Zero-point correction (Hartree): 0.149530 49558 
 49559 
TS.diHPCARP_I.15HPHshift.dmmdpudu 49560 
--------------------------------- 49561 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13808710  49562 
Electronic state : 2-A 49563 
Cartesian coordinates (Angs): 49564 
     O       0.840038      0.561895       1.412382 49565 
     O      -0.169248     -0.164019       2.031149 49566 
     H      -0.318754     -1.096781       1.229648 49567 
     C      -0.391303     -1.537594      -0.000975 49568 
     C       0.307335     -0.401929      -0.737987 49569 
     C       0.419821      0.898515       0.095505 49570 
     C       1.476026      1.843071      -0.461295 49571 
     H       1.229967      2.083363      -1.493462 49572 
     H       2.460143      1.380905      -0.435658 49573 
     H       1.496617      2.760666       0.124340 49574 
     C      -0.894922      1.667982       0.135284 49575 
     O      -1.479238      1.972606      -0.866869 49576 
     H      -1.225418      1.977974       1.139757 49577 
     H      -0.230112     -0.159526      -1.659134 49578 
     O       1.587842     -0.824763      -1.174854 49579 
     O       2.275268     -1.427784      -0.085988 49580 
     H       2.486709     -0.682425       0.496792 49581 



702 
 

     H       0.143894     -2.480827      -0.046131 49582 
     O      -1.703851     -1.791893      -0.311237 49583 
     O      -2.460695     -0.613251      -0.075677 49584 
     H      -2.665723     -0.305938      -0.970590 49585 
Rotational constants (GHz):    1.0978200    0.9500600    0.7350800 49586 
Vibrational harmonic frequencies (cm-1): 49587 
    i1899.7500                   76.6230                   90.5413             49588 
      103.8071                  159.2446                  169.3007             49589 
      186.0278                  217.0591                  229.2827             49590 
      276.9310                  284.3279                  299.5477             49591 
      306.4146                  315.1486                  327.0257             49592 
      384.3427                  433.9246                  467.7619             49593 
      542.7519                  549.8780                  599.0737             49594 
      677.7606                  693.3684                  857.1310             49595 
      924.5881                  939.4799                  959.4595             49596 
      965.8081                  982.5689                 1015.0597             49597 
     1071.8069                 1080.9184                 1115.2029             49598 
     1150.5992                 1191.9041                 1218.7158             49599 
     1236.9250                 1238.4885                 1280.3083             49600 
     1318.9130                 1392.0571                 1394.9292             49601 
     1410.6089                 1420.2565                 1442.9388             49602 
     1485.6766                 1499.0208                 1592.7210             49603 
     1852.4527                 3016.4821                 3081.3957             49604 
     3082.7730                 3161.6545                 3170.5023             49605 
     3178.6372                 3755.0410                 3787.6572             49606 
Zero-point correction (Hartree): 0.149591 49607 
 49608 
TS.diHPCARP_I.15HPHshift.dmmdtddu 49609 
--------------------------------- 49610 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13952485  49611 
Electronic state : 2-A 49612 
Cartesian coordinates (Angs): 49613 
     O       1.243262      0.734636       1.100114 49614 
     O       0.497867      0.028824       2.030750 49615 
     H       0.128107     -0.944902       1.387481 49616 
     C      -0.435672     -1.395988       0.272976 49617 
     C       0.205823     -0.455574      -0.710880 49618 
     C       0.446801      0.932830      -0.059360 49619 
     C       1.224528      1.867816      -0.970602 49620 
     H       0.658479      2.027974      -1.886189 49621 
     H       2.185103      1.423543      -1.221552 49622 
     H       1.386842      2.825279      -0.478316 49623 
     C      -0.863434      1.604759       0.322733 49624 
     O      -1.805849      1.651437      -0.421470 49625 
     H      -0.861754      2.103330       1.305649 49626 
     H      -0.441037     -0.308119      -1.578906 49627 
     O       1.404720     -0.980808      -1.237783 49628 
     O       2.167981     -1.570685      -0.191961 49629 
     H       2.580508     -0.805838       0.235979 49630 
     H      -0.169358     -2.446740       0.175132 49631 
     O      -1.759274     -1.140983       0.568276 49632 
     O      -2.531193     -1.103729      -0.639547 49633 
     H      -2.675278     -0.147122      -0.735527 49634 
Rotational constants (GHz):    1.1507900    0.9182800    0.7466600 49635 
Vibrational harmonic frequencies (cm-1): 49636 
    i1977.5623                   85.0599                   93.5388             49637 
      145.1467                  163.4224                  178.5270             49638 
      193.8582                  205.5014                  220.2138             49639 
      264.1986                  290.0965                  296.3904             49640 
      315.6796                  332.6559                  391.0882             49641 
      425.3439                  471.6557                  494.3991             49642 
      528.7005                  585.1775                  619.6915             49643 
      668.0180                  684.1364                  818.5466             49644 
      918.2503                  930.7419                  956.5511             49645 
      967.8848                  974.4600                 1005.8536             49646 
     1077.5716                 1105.6556                 1131.7486             49647 
     1153.8799                 1164.1887                 1215.4754             49648 
     1240.0672                 1258.0215                 1273.8957             49649 
     1309.8415                 1391.5526                 1398.4404             49650 
     1410.4894                 1433.3758                 1438.5134             49651 
     1489.5522                 1496.3717                 1559.4095             49652 
     1844.2809                 3017.3462                 3080.3196             49653 
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     3093.5009                 3134.9985                 3160.9501             49654 
     3169.5362                 3714.7506                 3765.3632             49655 
Zero-point correction (Hartree): 0.149798 49656 
 49657 
TS.diHPCARP_I.15HPHshift.dmmdtudu 49658 
--------------------------------- 49659 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13438733  49660 
Electronic state : 2-A 49661 
Cartesian coordinates (Angs): 49662 
     O       1.389289      0.306935       1.151973 49663 
     O       0.428601     -0.096407       2.063102 49664 
     H      -0.210231     -0.884257       1.423690 49665 
     C      -0.875092     -1.134843       0.282333 49666 
     C       0.044377     -0.453177      -0.693098 49667 
     C       0.750317      0.764569      -0.037632 49668 
     C       1.847087      1.329378      -0.922198 49669 
     H       1.401494      1.682385      -1.849846 49670 
     H       2.583598      0.562498      -1.150487 49671 
     H       2.334978      2.164598      -0.422904 49672 
     C      -0.257204      1.868531       0.273968 49673 
     O      -0.909070      2.378096      -0.590525 49674 
     H      -0.299542      2.189940       1.327432 49675 
     H      -0.533533     -0.073244      -1.542142 49676 
     O       0.978908     -1.355644      -1.244808 49677 
     O       1.520690     -2.160480      -0.203410 49678 
     H       2.165492     -1.572201       0.217019 49679 
     H      -0.994657     -2.209365       0.162441 49680 
     O      -2.034098     -0.430996       0.543580 49681 
     O      -2.859075     -0.530341      -0.633374 49682 
     H      -3.626477     -0.996402      -0.277755 49683 
Rotational constants (GHz):    1.0693500    0.9195700    0.7206000 49684 
Vibrational harmonic frequencies (cm-1): 49685 
    i1959.1184                   52.9881                   83.1329             49686 
       94.1469                  107.0531                  140.1422             49687 
      159.7374                  193.2219                  212.8817             49688 
      215.4578                  275.9761                  291.1360             49689 
      304.8594                  311.3378                  334.6356             49690 
      397.4531                  420.6120                  486.3006             49691 
      516.9997                  559.8416                  622.5958             49692 
      665.6016                  695.7980                  809.7615             49693 
      906.3590                  924.9048                  949.8520             49694 
      960.7289                  977.5041                 1000.1178             49695 
     1078.0636                 1094.6853                 1126.5217             49696 
     1139.4928                 1165.7591                 1205.6512             49697 
     1233.8579                 1253.2770                 1272.4481             49698 
     1307.5052                 1376.5983                 1394.0978             49699 
     1396.7756                 1410.7521                 1434.9704             49700 
     1489.9738                 1495.0810                 1558.3104             49701 
     1863.8361                 3010.8003                 3071.1056             49702 
     3082.5669                 3142.4347                 3162.8417             49703 
     3171.2344                 3767.9549                 3824.7751             49704 
Zero-point correction (Hartree): 0.148542 49705 
 49706 
TS.diHPCARP_I.15HPHshift.dmmupddu 49707 
--------------------------------- 49708 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13644129  49709 
Electronic state : 2-A 49710 
Cartesian coordinates (Angs): 49711 
     O       0.949661      0.500610       1.473211 49712 
     O      -0.322805      0.596177       2.022411 49713 
     H      -0.857419     -0.339762       1.438303 49714 
     C      -0.965009     -1.127679       0.399057 49715 
     C       0.054445     -0.522985      -0.555677 49716 
     C       0.819584      0.668358       0.068036 49717 
     C       2.224925      0.825664      -0.490940 49718 
     H       2.175116      0.885300      -1.576156 49719 
     H       2.831983     -0.028668      -0.204843 49720 
     H       2.674643      1.737593      -0.100018 49721 
     C       0.086852      1.983892      -0.186884 49722 
     O      -0.460406      2.246735      -1.217534 49723 
     H       0.174198      2.706386       0.643622 49724 
     H      -0.461470     -0.147209      -1.441273 49725 
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     O       0.917644     -1.516495      -1.078313 49726 
     O       1.633936     -2.088815       0.019295 49727 
     H       1.604998     -3.023132      -0.218560 49728 
     H      -0.696190     -2.113205       0.769402 49729 
     O      -2.271383     -1.192649      -0.024745 49730 
     O      -2.641832      0.071797      -0.551959 49731 
     H      -3.209162      0.420307       0.149028 49732 
Rotational constants (GHz):    1.0350700    0.9235400    0.7142600 49733 
Vibrational harmonic frequencies (cm-1): 49734 
    i1908.0072                   41.6052                   77.7009             49735 
      122.6207                  147.8581                  160.7368             49736 
      185.6003                  205.4477                  211.3918             49737 
      240.0860                  256.4065                  271.5690             49738 
      295.0459                  306.9616                  331.0534             49739 
      365.1748                  425.5924                  464.6666             49740 
      555.0466                  564.5619                  594.4854             49741 
      670.9766                  682.5852                  866.5486             49742 
      917.0909                  933.6849                  955.3813             49743 
      977.3353                  979.9753                  996.4301             49744 
     1068.9674                 1084.1700                 1120.3311             49745 
     1149.1665                 1191.0127                 1222.3173             49746 
     1233.2298                 1242.5388                 1284.5804             49747 
     1335.4182                 1388.6116                 1394.7304             49748 
     1407.8151                 1408.8802                 1433.1973             49749 
     1484.0699                 1504.4240                 1622.8289             49750 
     1870.1192                 2987.6428                 3081.4298             49751 
     3108.3139                 3159.2094                 3164.2649             49752 
     3183.2771                 3802.7451                 3838.1760             49753 
Zero-point correction (Hartree): 0.149391 49754 
 49755 
TS.diHPCARP_I.15HPHshift.dmmupudu 49756 
--------------------------------- 49757 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13672114  49758 
Electronic state : 2-A 49759 
Cartesian coordinates (Angs): 49760 
     O       0.794617      0.638495       1.467361 49761 
     O      -0.426305      0.277245       2.019189 49762 
     H      -0.661210     -0.732006       1.376627 49763 
     C      -0.623780     -1.404611       0.242048 49764 
     C       0.244856     -0.494157      -0.616332 49765 
     C       0.595344      0.840157       0.078572 49766 
     C       1.872060      1.464028      -0.463850 49767 
     H       1.798074      1.561464      -1.545106 49768 
     H       2.718338      0.828606      -0.216552 49769 
     H       2.017977      2.448864      -0.022049 49770 
     C      -0.527228      1.855204      -0.115237 49771 
     O      -1.151205      1.958606      -1.134186 49772 
     H      -0.669027      2.537230       0.739852 49773 
     H      -0.288643     -0.241383      -1.536230 49774 
     O       1.387784     -1.175581      -1.095559 49775 
     O       2.163360     -1.553510       0.044880 49776 
     H       2.434723     -2.442976      -0.211730 49777 
     H      -0.172921     -2.368791       0.458315 49778 
     O      -1.909525     -1.631610      -0.188668 49779 
     O      -2.609627     -0.395452      -0.197638 49780 
     H      -2.537611     -0.100284      -1.117366 49781 
Rotational constants (GHz):    1.0932100    0.9223100    0.7268500 49782 
Vibrational harmonic frequencies (cm-1): 49783 
    i1975.0781                   67.9501                   93.7240             49784 
      110.3031                  145.6390                  157.7768             49785 
      185.6546                  192.4196                  229.2830             49786 
      241.7690                  278.0484                  288.4989             49787 
      306.4121                  315.0277                  331.2561             49788 
      366.8174                  431.7439                  460.0196             49789 
      537.4217                  563.4324                  596.6649             49790 
      674.8711                  680.8873                  866.0671             49791 
      921.4291                  935.0755                  956.3382             49792 
      972.9496                  978.7842                 1006.1498             49793 
     1071.9583                 1084.9951                 1123.1321             49794 
     1149.7202                 1183.8407                 1219.0824             49795 
     1230.5563                 1242.8474                 1290.8679             49796 
     1329.5255                 1392.4331                 1393.7485             49797 
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     1406.4046                 1412.1524                 1435.5160             49798 
     1483.0239                 1503.5138                 1598.2480             49799 
     1855.4269                 3005.4979                 3080.1583             49800 
     3089.8337                 3158.7248                 3170.3090             49801 
     3178.5994                 3778.2990                 3837.8575             49802 
Zero-point correction (Hartree): 0.149445 49803 
 49804 
TS.diHPCARP_I.15HPHshift.dmmupuuu 49805 
--------------------------------- 49806 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13762485  49807 
Electronic state : 2-A 49808 
Cartesian coordinates (Angs): 49809 
     O       1.777991     -0.656849      -1.024945 49810 
     O       1.214460     -1.881693      -0.693076 49811 
     H       0.028238     -1.651959      -0.930319 49812 
     C      -0.976300     -0.811626      -1.006148 49813 
     C      -0.255472      0.509434      -0.732316 49814 
     C       1.187471      0.330670      -0.195242 49815 
     C       1.994761      1.606018      -0.373647 49816 
     H       1.490021      2.419918       0.143388 49817 
     H       2.073199      1.839125      -1.434583 49818 
     H       2.997476      1.485385       0.033871 49819 
     C       1.345346     -0.109483       1.258406 49820 
     O       0.690411      0.302002       2.171289 49821 
     H       2.199140     -0.794371       1.403098 49822 
     H      -0.153599      1.044484      -1.679310 49823 
     O      -0.991279      1.309440       0.171012 49824 
     O      -2.174044      1.712530      -0.506638 49825 
     H      -2.804542      1.029527      -0.233497 49826 
     H      -1.394391     -0.917268      -2.003975 49827 
     O      -1.965687     -1.144274      -0.114767 49828 
     O      -1.416110     -1.294639       1.185272 49829 
     H      -1.296306     -0.377043       1.489838 49830 
Rotational constants (GHz):    1.1783000    0.8728400    0.7820200 49831 
Vibrational harmonic frequencies (cm-1): 49832 
    i1959.3752                   49.7343                  109.7124             49833 
      123.5620                  145.4033                  184.1951             49834 
      200.9140                  228.3134                  234.8472             49835 
      264.4677                  293.0587                  308.8795             49836 
      336.2245                  384.0535                  388.3303             49837 
      398.5123                  441.7051                  519.7800             49838 
      533.3276                  577.3071                  611.5528             49839 
      682.4897                  747.5206                  806.6978             49840 
      915.9014                  928.6058                  958.3594             49841 
      979.1155                 1002.3524                 1020.7812             49842 
     1057.7127                 1071.1684                 1141.1556             49843 
     1180.3709                 1193.9429                 1206.2966             49844 
     1213.6267                 1270.3648                 1340.7028             49845 
     1366.7771                 1381.2463                 1400.3590             49846 
     1411.9124                 1426.1194                 1444.1044             49847 
     1487.0176                 1501.4597                 1596.2348             49848 
     1868.7867                 2992.6013                 3073.7654             49849 
     3076.4312                 3153.0458                 3153.3553             49850 
     3165.7869                 3691.6573                 3770.3931             49851 
Zero-point correction (Hartree): 0.150387 49852 
 49853 
TS.diHPCARP_I.15HPHshift.dmmutddu 49854 
--------------------------------- 49855 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13656359  49856 
Electronic state : 2-A 49857 
Cartesian coordinates (Angs): 49858 
     O       1.195846      0.759606       1.182713 49859 
     O       0.269472      0.263107       2.079316 49860 
     H      -0.072880     -0.756271       1.534292 49861 
     C      -0.566487     -1.312019       0.418133 49862 
     C       0.176945     -0.514130      -0.619900 49863 
     C       0.563911      0.885966      -0.075886 49864 
     C       1.547604      1.602174      -0.985754 49865 
     H       1.141772      1.655723      -1.994147 49866 
     H       2.481662      1.045508      -1.003701 49867 
     H       1.734995      2.609920      -0.618128 49868 
     C      -0.683463      1.746731       0.084054 49869 
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     O      -1.616002      1.710820      -0.672401 49870 
     H      -0.636439      2.458081       0.925498 49871 
     H      -0.464181     -0.347719      -1.488595 49872 
     O       1.275766     -1.210956      -1.153961 49873 
     O       2.143453     -1.555471      -0.070353 49874 
     H       2.303336     -2.487879      -0.260176 49875 
     H      -0.349111     -2.379441       0.442505 49876 
     O      -1.895369     -0.983804       0.594746 49877 
     O      -2.587626     -1.007540      -0.661663 49878 
     H      -2.654523     -0.056349      -0.848615 49879 
Rotational constants (GHz):    1.1379400    0.9041200    0.7460900 49880 
Vibrational harmonic frequencies (cm-1): 49881 
    i2007.0084                   64.8670                   87.1648             49882 
      118.6639                  155.4613                  161.5144             49883 
      176.6230                  215.8638                  220.3116             49884 
      222.2774                  254.0707                  287.2818             49885 
      295.7115                  314.7458                  359.5599             49886 
      419.4752                  467.8780                  486.7318             49887 
      533.3803                  578.0885                  613.3932             49888 
      669.1377                  674.1705                  822.2486             49889 
      916.3575                  931.1857                  955.0924             49890 
      969.5498                  976.9623                 1004.0117             49891 
     1083.8962                 1106.4277                 1134.1558             49892 
     1154.4075                 1166.2737                 1222.8946             49893 
     1237.6620                 1262.3901                 1278.4975             49894 
     1318.5643                 1383.9754                 1395.4552             49895 
     1406.6937                 1430.1372                 1434.6443             49896 
     1484.9278                 1498.4725                 1556.7625             49897 
     1847.1028                 3007.4848                 3079.4815             49898 
     3099.2995                 3115.0715                 3159.5251             49899 
     3172.1579                 3720.7072                 3833.3970             49900 
Zero-point correction (Hartree): 0.149316 49901 
 49902 
TS.diHPCARP_I.15HPHshift.dmpdmudu 49903 
--------------------------------- 49904 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13714992  49905 
Electronic state : 2-A 49906 
Cartesian coordinates (Angs): 49907 
     O      -1.147801     -0.586152       1.472544 49908 
     O       0.006250     -1.328745       1.690633 49909 
     H       0.853081     -0.540457       1.247994 49910 
     C       1.234479      0.295780       0.323175 49911 
     C      -0.090294      0.695051      -0.289427 49912 
     C      -1.216211     -0.291066       0.089944 49913 
     C      -2.606331      0.267440      -0.173708 49914 
     H      -2.662935      0.632052      -1.197509 49915 
     H      -2.808998      1.087657       0.509537 49916 
     H      -3.350811     -0.514166      -0.027598 49917 
     C      -1.073392     -1.590986      -0.697919 49918 
     O      -0.689064     -1.641103      -1.829223 49919 
     H      -1.424659     -2.479669      -0.144600 49920 
     H      -0.012315      0.705733      -1.380764 49921 
     O      -0.497154      1.960782       0.184802 49922 
     O       0.367054      2.916141      -0.423543 49923 
     H       0.640253      3.436009       0.341854 49924 
     H       1.775883      1.090782       0.834475 49925 
     O       1.999449     -0.391370      -0.587394 49926 
     O       3.245078     -0.682846       0.026311 49927 
     H       3.230495     -1.648890       0.031188 49928 
Rotational constants (GHz):    1.0000000    0.8432200    0.6397600 49929 
Vibrational harmonic frequencies (cm-1): 49930 
    i1850.9810                   41.0289                   65.8703             49931 
       88.9539                  114.8241                  144.1276             49932 
      156.3957                  175.8529                  184.0388             49933 
      221.6449                  226.9177                  249.0212             49934 
      275.0388                  297.6701                  321.8726             49935 
      366.0272                  370.4527                  502.3408             49936 
      526.1802                  564.3626                  592.6919             49937 
      640.2674                  690.8436                  851.2656             49938 
      932.3903                  962.4650                  977.9535             49939 
     1011.3939                 1017.4805                 1044.6527             49940 
     1076.0976                 1096.7652                 1137.6301             49941 
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     1163.5893                 1202.4059                 1230.9629             49942 
     1240.4627                 1269.9969                 1307.7563             49943 
     1321.1745                 1394.1430                 1400.1834             49944 
     1408.9657                 1416.0825                 1424.7420             49945 
     1484.7848                 1500.1217                 1581.0613             49946 
     1870.9383                 2988.2411                 3072.2712             49947 
     3079.9049                 3120.1686                 3157.8544             49948 
     3177.2786                 3816.6674                 3835.9951             49949 
Zero-point correction (Hartree): 0.148970 49950 
 49951 
TS.diHPCARP_I.15HPHshift.dmpdpudu 49952 
--------------------------------- 49953 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13743092  49954 
Electronic state : 2-A 49955 
Cartesian coordinates (Angs): 49956 
     O       1.099115     -0.698533       1.455566 49957 
     O       1.034793      0.626753       1.863042 49958 
     H      -0.106506      0.902811       1.501066 49959 
     C      -1.104924      0.773359       0.659848 49960 
     C      -0.592850     -0.349368      -0.234253 49961 
     C       0.870612     -0.734415       0.058171 49962 
     C       1.226177     -2.141049      -0.405328 49963 
     H       0.947925     -2.261678      -1.450169 49964 
     H       0.690997     -2.871906       0.194520 49965 
     H       2.297806     -2.302313      -0.294883 49966 
     C       1.836815      0.220476      -0.636403 49967 
     O       1.656723      0.650650      -1.740181 49968 
     H       2.758549      0.416057      -0.063258 49969 
     H      -0.657679     -0.049590      -1.285429 49970 
     O      -1.357242     -1.522393      -0.036326 49971 
     O      -2.651460     -1.245321      -0.565350 49972 
     H      -3.217607     -1.584554       0.138239 49973 
     H      -1.976949      0.496035       1.246254 49974 
     O      -1.368523      1.987145       0.076621 49975 
     O      -0.159081      2.503788      -0.459802 49976 
     H      -0.186107      2.224412      -1.387119 49977 
Rotational constants (GHz):    0.9864900    0.9392700    0.7090400 49978 
Vibrational harmonic frequencies (cm-1): 49979 
    i1929.9468                   60.4726                   83.8991             49980 
       98.0891                  133.2346                  163.9115             49981 
      182.1222                  185.6746                  225.8772             49982 
      243.8988                  267.8957                  280.2268             49983 
      296.0785                  318.4205                  342.4856             49984 
      352.0748                  414.5904                  479.3588             49985 
      541.0715                  568.6011                  568.9655             49986 
      642.9262                  681.2589                  850.5958             49987 
      925.0885                  949.0960                  966.9772             49988 
      976.1140                  996.6333                 1037.9608             49989 
     1067.6679                 1081.8223                 1128.4590             49990 
     1156.1631                 1186.1561                 1219.2270             49991 
     1236.9385                 1239.5978                 1308.8310             49992 
     1331.1325                 1395.0448                 1405.7553             49993 
     1408.2720                 1415.1427                 1421.7665             49994 
     1483.9201                 1501.5849                 1598.2911             49995 
     1859.6173                 3006.0437                 3059.9523             49996 
     3080.4529                 3159.0334                 3159.8346             49997 
     3178.6627                 3776.3630                 3834.7971             49998 
Zero-point correction (Hartree): 0.149298 49999 
 50000 
TS.diHPCARP_I.15HPHshift.dmpdtddu 50001 
--------------------------------- 50002 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13679817  50003 
Electronic state : 2-A 50004 
Cartesian coordinates (Angs): 50005 
     O      -1.494035      0.710812       1.140276 50006 
     O      -1.074309     -0.308278       1.977586 50007 
     H       0.124386     -0.319378       1.760137 50008 
     C       1.105615     -0.351511       0.865318 50009 
     C       0.476602      0.481629      -0.221998 50010 
     C      -1.064852      0.397454      -0.170514 50011 
     C      -1.744320      1.383521      -1.108376 50012 
     H      -1.351598      1.256557      -2.115432 50013 
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     H      -1.546368      2.397491      -0.771833 50014 
     H      -2.819659      1.210599      -1.116970 50015 
     C      -1.541263     -1.005341      -0.526227 50016 
     O      -1.004147     -1.706620      -1.338912 50017 
     H      -2.475612     -1.300397      -0.020127 50018 
     H       0.800265      0.148165      -1.210500 50019 
     O       0.796969      1.845621      -0.047531 50020 
     O       2.136385      2.009002      -0.502828 50021 
     H       2.544702      2.437261       0.259301 50022 
     H       1.981966      0.092168       1.338668 50023 
     O       1.192266     -1.711093       0.655941 50024 
     O       1.748041     -1.986360      -0.635731 50025 
     H       0.941870     -2.181646      -1.142863 50026 
Rotational constants (GHz):    0.9742900    0.9657800    0.7221100 50027 
Vibrational harmonic frequencies (cm-1): 50028 
    i1976.4903                   72.6658                   82.2023             50029 
      118.4724                  148.6411                  160.7946             50030 
      189.6372                  198.8654                  207.4912             50031 
      223.1259                  258.3670                  270.2481             50032 
      304.5649                  320.0288                  347.0905             50033 
      427.8964                  475.0651                  502.6786             50034 
      531.0677                  568.6592                  614.9288             50035 
      634.8184                  683.1032                  817.9993             50036 
      924.2949                  937.0445                  956.5580             50037 
      980.9592                 1007.7901                 1040.0799             50038 
     1078.4288                 1102.4953                 1139.4979             50039 
     1161.8920                 1166.6191                 1228.6582             50040 
     1240.9556                 1260.8490                 1296.6978             50041 
     1315.5418                 1394.7755                 1398.0762             50042 
     1408.0723                 1414.1825                 1444.2268             50043 
     1486.1314                 1498.8732                 1557.2679             50044 
     1853.0672                 3012.4066                 3080.5176             50045 
     3089.5420                 3107.3837                 3158.2012             50046 
     3178.8489                 3720.2905                 3830.6169             50047 
Zero-point correction (Hartree): 0.149514 50048 
 50049 
TS.diHPCARP_I.15HPHshift.dmpumudu 50050 
--------------------------------- 50051 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13752963  50052 
Electronic state : 2-A 50053 
Cartesian coordinates (Angs): 50054 
     O      -1.135717     -0.606501       1.474342 50055 
     O       0.016487     -1.358946       1.666161 50056 
     H       0.862644     -0.557372       1.243960 50057 
     C       1.242592      0.286392       0.327287 50058 
     C      -0.082054      0.696529      -0.278770 50059 
     C      -1.215686     -0.282507       0.100495 50060 
     C      -2.602740      0.298593      -0.131682 50061 
     H      -2.677327      0.665262      -1.153772 50062 
     H      -2.778635      1.117817       0.560353 50063 
     H      -3.355407     -0.472493       0.027317 50064 
     C      -1.100783     -1.566335      -0.718424 50065 
     O      -0.763745     -1.589612      -1.865881 50066 
     H      -1.425862     -2.468268      -0.171100 50067 
     H      -0.005395      0.705649      -1.370929 50068 
     O      -0.472511      1.965194       0.207361 50069 
     O       0.490715      2.906072      -0.245930 50070 
     H      -0.006628      3.386615      -0.919677 50071 
     H       1.789489      1.077270       0.838298 50072 
     O       1.991809     -0.403005      -0.596379 50073 
     O       3.241687     -0.710195      -0.000886 50074 
     H       3.199350     -1.674577       0.041812 50075 
Rotational constants (GHz):    1.0037500    0.8403400    0.6398100 50076 
Vibrational harmonic frequencies (cm-1): 50077 
    i1836.9637                   40.9131                   65.6036             50078 
       90.7100                  116.9653                  151.4188             50079 
      157.0539                  186.9240                  205.4279             50080 
      227.1678                  232.8134                  256.7355             50081 
      277.5596                  297.3331                  320.0610             50082 
      366.0260                  371.9345                  503.1117             50083 
      528.0191                  563.9428                  592.5742             50084 
      642.3734                  692.8168                  853.4970             50085 
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      932.6307                  963.0486                  977.1666             50086 
     1014.5295                 1022.5229                 1042.5599             50087 
     1077.8441                 1095.4408                 1142.5011             50088 
     1163.5125                 1202.3028                 1229.8840             50089 
     1243.2563                 1273.8680                 1306.5513             50090 
     1326.4401                 1392.7967                 1395.8264             50091 
     1407.5167                 1413.3357                 1425.6391             50092 
     1485.5335                 1501.4225                 1580.1418             50093 
     1869.3646                 2993.3503                 3061.4409             50094 
     3079.1703                 3129.1788                 3156.3975             50095 
     3175.9844                 3813.9321                 3815.1812             50096 
Zero-point correction (Hartree): 0.149109 50097 
 50098 
TS.diHPCARP_I.15HPHshift.dmpupudu 50099 
--------------------------------- 50100 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13778507  50101 
Electronic state : 2-A 50102 
Cartesian coordinates (Angs): 50103 
     O       1.083539     -0.681137       1.470641 50104 
     O       1.017472      0.647879       1.864439 50105 
     H      -0.125903      0.916040       1.503759 50106 
     C      -1.111328      0.795156       0.646784 50107 
     C      -0.600537     -0.339916      -0.232627 50108 
     C       0.858803     -0.734944       0.074538 50109 
     C       1.200549     -2.154083      -0.362116 50110 
     H       0.947052     -2.283123      -1.412391 50111 
     H       0.641265     -2.867694       0.236566 50112 
     H       2.266784     -2.330539      -0.226473 50113 
     C       1.834533      0.197375      -0.637956 50114 
     O       1.684255      0.557501      -1.771126 50115 
     H       2.731850      0.444691      -0.046790 50116 
     H      -0.654482     -0.047418      -1.286829 50117 
     O      -1.378773     -1.502629      -0.015870 50118 
     O      -2.711671     -1.187952      -0.399111 50119 
     H      -2.830834     -1.761448      -1.166291 50120 
     H      -2.002905      0.537469       1.212128 50121 
     O      -1.332407      2.009893       0.046908 50122 
     O      -0.099274      2.475285      -0.485696 50123 
     H      -0.170079      2.259782      -1.426900 50124 
Rotational constants (GHz):    0.9916300    0.9358000    0.7116300 50125 
Vibrational harmonic frequencies (cm-1): 50126 
    i1922.5192                   62.3756                   74.1035             50127 
       97.8230                  137.3344                  166.5980             50128 
      183.4715                  184.5233                  226.2427             50129 
      247.2369                  266.5521                  270.6945             50130 
      288.5987                  312.6795                  341.3390             50131 
      351.2728                  414.8460                  483.1945             50132 
      540.1502                  566.8344                  568.1994             50133 
      646.2820                  688.5307                  851.8975             50134 
      926.4338                  951.6615                  965.5878             50135 
      974.9747                  998.6150                 1035.1203             50136 
     1072.4875                 1082.1619                 1130.4289             50137 
     1153.8726                 1184.4068                 1221.9085             50138 
     1239.9136                 1240.4248                 1305.8709             50139 
     1335.3287                 1391.9171                 1398.1330             50140 
     1406.7037                 1407.6129                 1423.6750             50141 
     1485.0948                 1502.8748                 1596.7055             50142 
     1857.7684                 3009.6268                 3053.1924             50143 
     3080.3443                 3157.9974                 3164.4521             50144 
     3178.6713                 3786.7419                 3824.3185             50145 
Zero-point correction (Hartree): 0.149256 50146 
 50147 
TS.diHPCARP_I.15HPHshift.dmpupuuu 50148 
--------------------------------- 50149 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13806530  50150 
Electronic state : 2-A 50151 
Cartesian coordinates (Angs): 50152 
     O      -1.565772      1.424613      -0.196326 50153 
     O      -0.606129      2.232246       0.396972 50154 
     H       0.399834      1.947782      -0.290948 50155 
     C       1.148263      1.051021      -0.858029 50156 
     C       0.086566     -0.014676      -1.100595 50157 
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     C      -1.134360      0.070574      -0.136707 50158 
     C      -2.285257     -0.764573      -0.675595 50159 
     H      -1.984298     -1.808924      -0.720230 50160 
     H      -2.548149     -0.421130      -1.674582 50161 
     H      -3.156087     -0.672498      -0.029139 50162 
     C      -0.910161     -0.316824       1.320836 50163 
     O      -0.669522     -1.444816       1.665721 50164 
     H      -1.069338      0.494218       2.045410 50165 
     H      -0.348826      0.241276      -2.069661 50166 
     O       0.561719     -1.323645      -1.351669 50167 
     O       1.232819     -1.882350      -0.231377 50168 
     H       0.497170     -2.239987       0.296624 50169 
     H       1.558819      1.480391      -1.768698 50170 
     O       2.213585      0.805613      -0.037797 50171 
     O       1.758448      0.366163       1.229965 50172 
     H       1.819386     -0.596849       1.107839 50173 
Rotational constants (GHz):    1.1297900    0.9903600    0.8132900 50174 
Vibrational harmonic frequencies (cm-1): 50175 
    i1941.9455                  100.4323                  118.9786             50176 
      138.7897                  186.3656                  195.2484             50177 
      212.7454                  227.7950                  248.0120             50178 
      268.6393                  277.8143                  301.0431             50179 
      306.3301                  396.5633                  410.1982             50180 
      435.6809                  458.3696                  514.2507             50181 
      543.4345                  612.9689                  634.5976             50182 
      693.6062                  738.4600                  855.6170             50183 
      901.4124                  925.7578                  940.1480             50184 
      985.4143                  988.5601                  999.5620             50185 
     1065.3882                 1073.1073                 1134.5401             50186 
     1189.7206                 1200.6748                 1223.6409             50187 
     1234.4651                 1252.2482                 1354.6308             50188 
     1369.8749                 1399.3086                 1402.0609             50189 
     1416.2507                 1447.2798                 1482.0447             50190 
     1490.4039                 1504.2467                 1583.9276             50191 
     1835.5238                 3047.4574                 3079.4837             50192 
     3082.9706                 3151.8676                 3158.9626             50193 
     3170.6788                 3672.3849                 3699.2077             50194 
Zero-point correction (Hartree): 0.151132 50195 
 50196 
TS.diHPCARP_I.15HPHshift.dmputddu 50197 
--------------------------------- 50198 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13670431  50199 
Electronic state : 2-A 50200 
Cartesian coordinates (Angs): 50201 
     O      -1.510777      0.666231       1.145785 50202 
     O      -1.056958     -0.341834       1.978748 50203 
     H       0.143296     -0.309330       1.760559 50204 
     C       1.118631     -0.314685       0.861920 50205 
     C       0.461918      0.494141      -0.227723 50206 
     C      -1.077161      0.370116      -0.165823 50207 
     C      -1.789673      1.340745      -1.095846 50208 
     H      -1.406489      1.223715      -2.107942 50209 
     H      -1.615628      2.358809      -0.757511 50210 
     H      -2.860501      1.141857      -1.093955 50211 
     C      -1.513386     -1.045252      -0.525872 50212 
     O      -0.968371     -1.719741      -1.356004 50213 
     H      -2.426723     -1.376688      -0.004397 50214 
     H       0.787624      0.154709      -1.214253 50215 
     O       0.749344      1.867636      -0.059171 50216 
     O       2.138269      2.040195      -0.305254 50217 
     H       2.130398      2.517808      -1.144151 50218 
     H       1.983687      0.156079       1.327956 50219 
     O       1.235867     -1.673217       0.650470 50220 
     O       1.795934     -1.935531      -0.642453 50221 
     H       0.995899     -2.167256      -1.143217 50222 
Rotational constants (GHz):    0.9802600    0.9631900    0.7223400 50223 
Vibrational harmonic frequencies (cm-1): 50224 
    i1973.0191                   70.7682                   83.1843             50225 
      126.2189                  148.0448                  156.2714             50226 
      181.4417                  197.4322                  215.0727             50227 
      220.4556                  259.0699                  269.9277             50228 
      304.9609                  317.7199                  347.5771             50229 
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      429.9481                  470.4426                  492.7538             50230 
      531.6033                  567.1973                  613.8497             50231 
      635.0241                  684.4635                  820.4628             50232 
      925.2093                  936.0956                  956.0112             50233 
      979.5597                 1009.4407                 1038.0475             50234 
     1078.9545                 1100.9279                 1142.0315             50235 
     1160.8617                 1165.0597                 1227.5022             50236 
     1243.4324                 1264.5767                 1295.9606             50237 
     1317.8574                 1394.0473                 1397.5654             50238 
     1408.3096                 1412.0695                 1441.5277             50239 
     1486.9271                 1500.0371                 1556.1848             50240 
     1852.0493                 3011.9528                 3078.4757             50241 
     3080.7661                 3122.0193                 3156.6044             50242 
     3176.3031                 3716.7165                 3821.4300             50243 
Zero-point correction (Hartree): 0.149444 50244 
 50245 
TS.diHPCARP_I.15HPHshift.dmputduu 50246 
--------------------------------- 50247 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13684140  50248 
Electronic state : 2-A 50249 
Cartesian coordinates (Angs): 50250 
     O      -1.868422      1.202494      -0.299819 50251 
     O      -1.031260      2.163248       0.245535 50252 
     H       0.013258      1.953948      -0.371373 50253 
     C       0.924182      1.059151      -0.692621 50254 
     C      -0.014058     -0.075988      -1.031249 50255 
     C      -1.268686     -0.073808      -0.114443 50256 
     C      -2.288041     -1.101834      -0.577972 50257 
     H      -1.839835     -2.092117      -0.541968 50258 
     H      -2.586021     -0.877298      -1.601005 50259 
     H      -3.170866     -1.079404       0.059130 50260 
     C      -1.021900     -0.296143       1.369704 50261 
     O      -0.386254     -1.220059       1.804220 50262 
     H      -1.546213      0.408509       2.033409 50263 
     H      -0.409673      0.118590      -2.031351 50264 
     O       0.579230     -1.356019      -1.190476 50265 
     O       1.460202     -1.689218      -0.129083 50266 
     H       0.857992     -1.813973       0.632423 50267 
     H       1.548392      1.430659      -1.501522 50268 
     O       1.594909      0.968637       0.506939 50269 
     O       2.941396      0.588001       0.246180 50270 
     H       2.825576     -0.373857       0.133781 50271 
Rotational constants (GHz):    1.2518100    0.8793100    0.7270000 50272 
Vibrational harmonic frequencies (cm-1): 50273 
    i2055.8886                   64.3566                   94.6891             50274 
      109.2416                  171.0359                  205.9384             50275 
      217.4418                  241.5987                  257.6440             50276 
      269.8460                  276.2345                  288.4727             50277 
      314.4473                  375.9266                  397.0948             50278 
      448.5448                  496.2516                  527.1830             50279 
      583.0461                  637.2075                  674.4081             50280 
      689.4614                  716.0880                  866.3594             50281 
      896.7088                  920.3507                  962.2001             50282 
      966.0968                  986.6233                 1014.0448             50283 
     1047.1062                 1072.1433                 1126.6758             50284 
     1167.3501                 1193.2985                 1208.2801             50285 
     1248.7789                 1277.1856                 1346.7470             50286 
     1361.2204                 1378.6070                 1401.4302             50287 
     1414.8799                 1457.0005                 1485.5979             50288 
     1498.9529                 1514.5742                 1551.3164             50289 
     1844.4770                 3030.0969                 3076.6268             50290 
     3084.6247                 3147.6764                 3154.2815             50291 
     3171.8757                 3545.0514                 3648.5341             50292 
Zero-point correction (Hartree): 0.150639 50293 
 50294 
TS.diHPCARP_I.15HPHshift.dmtdpddu 50295 
--------------------------------- 50296 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13601312  50297 
Electronic state : 2-A 50298 
Cartesian coordinates (Angs): 50299 
     O       0.741465     -1.217897      -1.370854 50300 
     O      -0.521698     -1.796550      -1.360820 50301 
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     H      -1.191898     -0.792352      -1.197095 50302 
     C      -1.273165      0.471043      -0.850363 50303 
     C      -0.011378      0.657348      -0.021953 50304 
     C       0.923682     -0.570605      -0.115199 50305 
     C       2.401521     -0.227427      -0.029993 50306 
     H       2.616893      0.244918       0.924622 50307 
     H       2.664562      0.459693      -0.830891 50308 
     H       2.986185     -1.140977      -0.129412 50309 
     C       0.615975     -1.581001       0.985744 50310 
     O       0.269268     -1.274345       2.089069 50311 
     H       0.805379     -2.628242       0.690790 50312 
     H      -0.277128      0.811690       1.023512 50313 
     O       0.579836      1.839819      -0.550956 50314 
     O       1.434163      2.400009       0.438624 50315 
     H       0.923284      3.171343       0.715328 50316 
     H      -1.242684      0.991833      -1.806176 50317 
     O      -2.472546      0.777740      -0.258341 50318 
     O      -2.534847      0.138653       1.007684 50319 
     H      -3.189527     -0.553503       0.844657 50320 
Rotational constants (GHz):    0.9997100    0.8733000    0.7062100 50321 
Vibrational harmonic frequencies (cm-1): 50322 
    i1907.1830                   28.2970                   60.9274             50323 
      110.4116                  125.0592                  153.2251             50324 
      161.6592                  206.6613                  231.9959             50325 
      266.5880                  269.5116                  284.0467             50326 
      311.8007                  327.0384                  335.3499             50327 
      350.1793                  395.8313                  478.6162             50328 
      553.6880                  567.1553                  617.6572             50329 
      638.5989                  666.1976                  848.0493             50330 
      908.6859                  931.4124                  967.4042             50331 
      973.1924                  983.6045                 1021.3118             50332 
     1063.9388                 1076.5437                 1136.3029             50333 
     1150.9228                 1191.2549                 1218.5005             50334 
     1236.5470                 1240.4944                 1288.5250             50335 
     1356.8915                 1397.3148                 1399.1812             50336 
     1406.9224                 1409.0038                 1425.8076             50337 
     1493.4133                 1505.2349                 1647.4229             50338 
     1869.9068                 2986.0141                 3083.2453             50339 
     3121.4199                 3140.9503                 3162.6417             50340 
     3183.3119                 3809.3229                 3816.3388             50341 
Zero-point correction (Hartree): 0.149429 50342 
 50343 
TS.diHPCARP_I.15HPHshift.dmtdpuuu 50344 
--------------------------------- 50345 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.16683979  50346 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.04541648  50347 
     T1 diagnostic:  0.020002  50348 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.00647164  50349 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.02304042  50350 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.01398645  50351 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.02736423  50352 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.47134936  50353 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.46060932  50354 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.14125335  50355 
Electronic state : 2-A 50356 
Cartesian coordinates (Angs): 50357 
     O      -0.426497      2.018945      -0.325281 50358 
     O       0.830183      2.202764       0.222478 50359 
     H       1.456818      1.382964      -0.450478 50360 
     C       1.544109      0.196172      -0.965922 50361 
     C       0.079135     -0.244069      -0.988492 50362 
     C      -0.851103      0.679907      -0.121428 50363 
     C      -2.296575      0.683537      -0.604096 50364 
     H      -2.750537     -0.293301      -0.482091 50365 
     H      -2.318938      0.957313      -1.657739 50366 
     H      -2.863255      1.422841      -0.040066 50367 
     C      -0.805790      0.323965       1.355380 50368 
     O      -1.179066     -0.744878       1.767554 50369 
     H      -0.451596      1.118551       2.027836 50370 
     H      -0.293876     -0.165749      -2.012764 50371 
     O       0.103411     -1.599071      -0.590226 50372 
     O      -1.198459     -2.149699      -0.651388 50373 
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     H      -1.485757     -2.019191       0.270451 50374 
     H       2.014541      0.288717      -1.940893 50375 
     O       2.400552     -0.526749      -0.175973 50376 
     O       1.882530     -0.590434       1.143475 50377 
     H       1.372716     -1.416248       1.107984 50378 
Rotational constants (GHz):    1.1114900    1.0092500    0.7762500 50379 
Vibrational harmonic frequencies (cm-1): 50380 
    i1894.1350                   85.6247                  120.8925             50381 
      138.8282                  172.8195                  182.1285             50382 
      212.4704                  224.0268                  255.6514             50383 
      273.2632                  282.5595                  310.4962             50384 
      340.9308                  359.6163                  418.6002             50385 
      447.6934                  464.2974                  489.5957             50386 
      539.8136                  610.4689                  627.9672             50387 
      695.9895                  737.1806                  761.4606             50388 
      906.1852                  940.6244                  966.8332             50389 
      982.4255                  999.1701                 1045.6772             50390 
     1055.8927                 1094.1414                 1132.0723             50391 
     1179.9077                 1193.3619                 1203.0833             50392 
     1224.9959                 1252.6017                 1326.9514             50393 
     1361.6015                 1381.1613                 1401.0039             50394 
     1417.3442                 1439.5369                 1476.9953             50395 
     1485.5292                 1501.1909                 1593.3949             50396 
     1830.4098                 3043.0286                 3070.7068             50397 
     3084.1583                 3153.8816                 3160.6650             50398 
     3205.5933                 3651.4724                 3739.5221             50399 
Zero-point correction (Hartree): 0.150937 50400 
 50401 
TS.diHPCARP_I.15HPHshift.dmtdtddu 50402 
--------------------------------- 50403 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.13671017  50404 
Electronic state : 2-A 50405 
Cartesian coordinates (Angs): 50406 
     O      -0.757685     -1.385799       1.156447 50407 
     O       0.453671     -1.328784       1.820453 50408 
     H       0.701281     -0.152040       1.766864 50409 
     C       0.827484      0.927317       0.982143 50410 
     C      -0.309011      0.685702       0.022544 50411 
     C      -0.582369     -0.831955      -0.133699 50412 
     C      -1.858248     -1.131766      -0.904122 50413 
     H      -1.813160     -0.668671      -1.887186 50414 
     H      -2.707819     -0.727890      -0.358486 50415 
     H      -1.979438     -2.208759      -1.012849 50416 
     C       0.578810     -1.523924      -0.832125 50417 
     O       1.189543     -1.030639      -1.741980 50418 
     H       0.775498     -2.550741      -0.481291 50419 
     H      -0.066758      1.096902      -0.959204 50420 
     O      -1.435857      1.349232       0.559318 50421 
     O      -2.291571      1.715993      -0.516319 50422 
     H      -2.239158      2.679348      -0.477321 50423 
     H       0.733440      1.815324       1.606568 50424 
     O       2.094203      0.683067       0.494514 50425 
     O       2.305270      1.405874      -0.725919 50426 
     H       2.195527      0.692727      -1.377655 50427 
Rotational constants (GHz):    1.0719900    0.8709400    0.7474700 50428 
Vibrational harmonic frequencies (cm-1): 50429 
    i1980.8606                   70.0882                   89.5166             50430 
      112.3270                  160.9950                  165.6403             50431 
      188.3150                  225.5146                  230.4933             50432 
      251.2511                  276.5899                  281.2064             50433 
      305.9585                  333.9978                  358.5595             50434 
      382.9024                  492.4772                  502.0335             50435 
      522.5537                  571.2364                  622.5134             50436 
      653.7694                  675.6199                  792.1907             50437 
      923.6072                  934.3166                  956.7113             50438 
      976.2277                 1002.7863                 1021.2948             50439 
     1084.4655                 1110.8912                 1129.6098             50440 
     1156.6116                 1165.6348                 1223.7613             50441 
     1240.0635                 1262.2198                 1278.2216             50442 
     1321.0913                 1388.9894                 1399.4583             50443 
     1409.4505                 1411.5971                 1442.3292             50444 
     1484.3585                 1504.8793                 1561.1253             50445 
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     1846.1325                 3008.9019                 3080.3816             50446 
     3094.3048                 3115.4282                 3160.3798             50447 
     3176.7952                 3711.2528                 3818.8613             50448 
Zero-point correction (Hartree): 0.149602 50449 
 50450 
 50451 
 50452 
################################################################################# 50453 
Raw quantum chemical M06-2X/aug-cc-pVTZ data for tri-HPACYL-I 50454 
################################################################################# 50455 
 50456 
(2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 50457 
========================================================= 50458 
 50459 
triHPacyl.mmpmptmmpd 50460 
-------------------- 50461 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17413953  50462 
Electronic state : 2-A 50463 
Cartesian coordinates (Angs): 50464 
     O       0.356195      1.967623       1.359047 50465 
     O       0.399742      0.557214       1.290376 50466 
     C       0.982018      0.107730       0.068857 50467 
     C      -0.047337     -0.140040      -1.058972 50468 
     C      -1.099829     -1.226907      -0.842833 50469 
     O      -2.040470     -0.947469       0.177962 50470 
     O      -1.519319     -1.390584       1.419732 50471 
     H      -0.419852      2.164320       0.799971 50472 
     C       2.121540      1.003666      -0.395477 50473 
     H       2.785795      1.217562       0.438557 50474 
     H       1.723894      1.938244      -0.780135 50475 
     H       2.675081      0.494461      -1.182327 50476 
     C       1.599321     -1.260837       0.426899 50477 
     O       2.043090     -2.028914      -0.337358 50478 
     H      -1.000487     -0.622567       1.719282 50479 
     H       0.541854     -0.462954      -1.922583 50480 
     O      -0.644862      1.055874      -1.540639 50481 
     O      -1.490411      1.648280      -0.557069 50482 
     H      -2.139171      0.954355      -0.347724 50483 
     H      -1.694786     -1.284805      -1.756122 50484 
     H      -0.638318     -2.196477      -0.656168 50485 
Rotational constants (GHz):    1.0563000    0.9539500    0.7627600 50486 
Vibrational harmonic frequencies (cm-1): 50487 
       43.9242                   79.5076                  112.9979             50488 
      141.7707                  196.2849                  202.2560             50489 
      217.3571                  244.8839                  263.4347             50490 
      276.1148                  289.3387                  310.9194             50491 
      332.5692                  344.3689                  432.2396             50492 
      440.5730                  465.8092                  504.9517             50493 
      517.5765                  612.2424                  621.2137             50494 
      691.4783                  706.6044                  818.3034             50495 
      887.9365                  904.0014                  921.0832             50496 
      977.4381                  995.0162                 1061.1348             50497 
     1076.4520                 1107.4028                 1130.2175             50498 
     1149.0642                 1182.1467                 1224.7631             50499 
     1315.0244                 1346.9596                 1363.9347             50500 
     1405.3107                 1411.7558                 1470.3895             50501 
     1477.5086                 1481.4807                 1488.2629             50502 
     1494.2752                 1496.0781                 1981.7803             50503 
     3074.5878                 3083.8348                 3087.4611             50504 
     3139.1145                 3167.2852                 3182.2456             50505 
     3592.4439                 3664.0687                 3694.5928             50506 
Zero-point correction (Hartree): 0.156970 50507 
 50508 
triHPacyl.mmpmpttmpd 50509 
-------------------- 50510 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17356137  50511 
Electronic state : 2-A 50512 
Cartesian coordinates (Angs): 50513 
     O       0.275501      0.451755       2.130871 50514 
     O      -0.589750      0.987414       1.148559 50515 
     C      -0.998659     -0.048107       0.262121 50516 
     C       0.151318     -0.686466      -0.539825 50517 



715 
 

     C       1.141954      0.284503      -1.169593 50518 
     O       1.762710      1.136882      -0.219003 50519 
     O       1.193987      2.434131      -0.309632 50520 
     H       1.137024      0.494898       1.677856 50521 
     C      -1.862743     -1.073312       0.979541 50522 
     H      -2.744306     -0.584211       1.389727 50523 
     H      -1.286487     -1.512530       1.789035 50524 
     H      -2.171907     -1.852276       0.284593 50525 
     C      -1.886282      0.702854      -0.749480 50526 
     O      -2.358820      0.253474      -1.720078 50527 
     H       0.438771      2.361636       0.298853 50528 
     H      -0.316639     -1.265041      -1.342806 50529 
     O       0.820755     -1.584969       0.335190 50530 
     O       1.623032     -2.430178      -0.484346 50531 
     H       1.246183     -3.295443      -0.283042 50532 
     H       1.938022     -0.304828      -1.624478 50533 
     H       0.666495      0.892881      -1.938801 50534 
Rotational constants (GHz):    0.9631400    0.9023800    0.7464600 50535 
Vibrational harmonic frequencies (cm-1): 50536 
       47.2276                   84.4727                   98.7121             50537 
      150.3593                  169.4999                  178.8788             50538 
      191.4403                  208.1385                  221.6683             50539 
      228.2546                  250.0938                  280.0501             50540 
      288.2511                  323.1339                  393.2397             50541 
      407.5169                  449.8471                  495.1341             50542 
      502.9013                  537.7298                  595.4034             50543 
      617.9824                  696.2067                  819.3224             50544 
      851.2487                  908.8938                  955.2576             50545 
      978.7168                 1033.0095                 1052.3946             50546 
     1063.7737                 1116.3128                 1129.7307             50547 
     1140.8345                 1187.2635                 1231.4529             50548 
     1302.7858                 1357.7265                 1377.5208             50549 
     1397.9669                 1402.3137                 1409.9919             50550 
     1462.6319                 1472.5700                 1481.7045             50551 
     1483.7794                 1498.8045                 1993.4191             50552 
     3056.9457                 3081.9299                 3089.1302             50553 
     3141.8822                 3160.0773                 3180.3186             50554 
     3671.3034                 3690.4569                 3827.7606             50555 
Zero-point correction (Hartree): 0.155884 50556 
 50557 
triHPacyl.mmpmpttppd 50558 
-------------------- 50559 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17392274  50560 
Electronic state : 2-A 50561 
Cartesian coordinates (Angs): 50562 
     O       0.300401      0.521428       2.104170 50563 
     O      -0.531855      1.064896       1.097240 50564 
     C      -1.015876      0.014697       0.265168 50565 
     C       0.086116     -0.710904      -0.528129 50566 
     C       1.112112      0.193123      -1.196024 50567 
     O       1.838869      0.973682      -0.256330 50568 
     O       1.424824      2.327998      -0.341082 50569 
     H       1.159870      0.484998       1.647908 50570 
     C      -1.917969     -0.934223       1.037382 50571 
     H      -2.767164     -0.384484       1.438998 50572 
     H      -1.351446     -1.371754       1.854191 50573 
     H      -2.273748     -1.725056       0.379539 50574 
     C      -1.882627      0.772648      -0.759118 50575 
     O      -2.387796      0.316185      -1.709667 50576 
     H       0.644212      2.332953       0.239540 50577 
     H      -0.421792     -1.290404      -1.305369 50578 
     O       0.712496     -1.618802       0.367203 50579 
     O       1.386230     -2.581340      -0.439067 50580 
     H       2.291181     -2.504043      -0.112861 50581 
     H       1.836482     -0.439532      -1.709545 50582 
     H       0.646522      0.852900      -1.927804 50583 
Rotational constants (GHz):    0.9710000    0.8933600    0.7419600 50584 
Vibrational harmonic frequencies (cm-1): 50585 
       47.9769                   77.6098                   97.5819             50586 
      153.0863                  174.5483                  182.7237             50587 
      196.5908                  211.3788                  221.3106             50588 
      227.7634                  255.7228                  278.5700             50589 
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      290.3237                  323.1038                  392.3103             50590 
      410.3599                  450.1608                  484.3545             50591 
      502.2789                  537.4390                  601.4298             50592 
      618.6371                  697.0189                  812.7950             50593 
      849.8034                  910.2579                  958.0084             50594 
      978.8007                 1035.7219                 1052.8273             50595 
     1063.6667                 1116.2921                 1129.5417             50596 
     1140.5833                 1186.4490                 1231.3464             50597 
     1297.6112                 1363.3289                 1374.2657             50598 
     1395.7695                 1403.1811                 1411.4658             50599 
     1465.2883                 1476.3819                 1481.4880             50600 
     1483.8672                 1498.5380                 1993.8031             50601 
     3063.9492                 3083.8490                 3088.7599             50602 
     3139.7739                 3162.4116                 3183.7856             50603 
     3684.4896                 3704.1467                 3830.2620             50604 
Zero-point correction (Hartree): 0.156020 50605 
 50606 
triHPacyl.mmppptmmmd 50607 
-------------------- 50608 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17438675  50609 
Electronic state : 2-A 50610 
Cartesian coordinates (Angs): 50611 
     O       0.207461      2.090821      -1.177110 50612 
     O      -0.177206      0.729983      -1.243613 50613 
     C      -0.924524      0.348610      -0.092360 50614 
     C      -0.054297     -0.225054       1.050915 50615 
     C       0.622369     -1.571620       0.739428 50616 
     O       0.867283     -1.842092      -0.619989 50617 
     O       1.942233     -1.025752      -1.062856 50618 
     H       0.973994      2.047193      -0.575173 50619 
     C      -1.841220      1.459680       0.402308 50620 
     H      -2.368686      1.903952      -0.438241 50621 
     H      -1.255376      2.227417       0.899808 50622 
     H      -2.559605      1.042711       1.106139 50623 
     C      -1.843063     -0.784920      -0.592798 50624 
     O      -2.398822     -1.561090       0.086420 50625 
     H       1.449679     -0.346583      -1.556738 50626 
     H      -0.738232     -0.404179       1.884323 50627 
     O       0.829216      0.719570       1.635721 50628 
     O       1.849549      1.126622       0.733669 50629 
     H       2.288806      0.300834       0.462004 50630 
     H       1.544632     -1.658536       1.320805 50631 
     H      -0.048513     -2.377490       1.034167 50632 
Rotational constants (GHz):    1.0920400    0.9813000    0.7685500 50633 
Vibrational harmonic frequencies (cm-1): 50634 
       68.0900                  118.8503                  139.1770             50635 
      164.6330                  183.9732                  202.1795             50636 
      209.7398                  244.7980                  260.1757             50637 
      270.3671                  292.5495                  310.3284             50638 
      349.4299                  364.2312                  373.6086             50639 
      442.2052                  456.3235                  487.1120             50640 
      555.8576                  607.2398                  636.8584             50641 
      691.4231                  708.1843                  782.1367             50642 
      853.0431                  909.7246                  948.2830             50643 
      977.4663                 1029.9012                 1062.5438             50644 
     1073.9259                 1100.1831                 1138.5834             50645 
     1144.6780                 1187.5802                 1223.4221             50646 
     1303.4191                 1346.3197                 1366.0727             50647 
     1403.5551                 1410.8847                 1447.6885             50648 
     1467.1876                 1488.2464                 1489.1362             50649 
     1492.7216                 1494.4427                 1976.9352             50650 
     3062.8485                 3084.8948                 3089.1024             50651 
     3137.9808                 3166.3377                 3180.4510             50652 
     3612.7259                 3671.8341                 3689.7402             50653 
Zero-point correction (Hartree): 0.157083 50654 
 50655 
triHPacyl.mmpppttppd 50656 
-------------------- 50657 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17455036  50658 
Electronic state : 2-A 50659 
Cartesian coordinates (Angs): 50660 
     O      -0.044011      2.090539       0.752536 50661 
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     O      -0.914618      1.552195      -0.225525 50662 
     C      -1.227624      0.216315       0.129065 50663 
     C      -0.032211     -0.744362      -0.012756 50664 
     C       0.821040     -0.441737      -1.243515 50665 
     O       1.637385      0.711997      -1.072694 50666 
     O       2.829497      0.322916      -0.395129 50667 
     H       0.822374      1.873139       0.371756 50668 
     C      -1.919612      0.115859       1.480066 50669 
     H      -2.837470      0.700827       1.462459 50670 
     H      -1.255998      0.506361       2.245527 50671 
     H      -2.151747     -0.924557       1.701341 50672 
     C      -2.268147     -0.177798      -0.940551 50673 
     O      -2.626740     -1.261612      -1.198357 50674 
     H       3.495710      0.483105      -1.075345 50675 
     H      -0.434943     -1.757283      -0.108202 50676 
     O       0.723231     -0.663403       1.178373 50677 
     O       1.648886     -1.740872       1.166628 50678 
     H       2.451765     -1.285619       0.872492 50679 
     H       1.456935     -1.289788      -1.492419 50680 
     H       0.183674     -0.209922      -2.098118 50681 
Rotational constants (GHz):    1.2865300    0.7359900    0.6863600 50682 
Vibrational harmonic frequencies (cm-1): 50683 
       64.7662                   96.4132                   98.2130             50684 
      153.8003                  167.3719                  183.2760             50685 
      197.0133                  213.9678                  232.0689             50686 
      245.7361                  260.0195                  274.7580             50687 
      292.2990                  329.7103                  374.8259             50688 
      411.4675                  449.8524                  451.2052             50689 
      483.6258                  501.7408                  549.6767             50690 
      616.0065                  716.0147                  817.5180             50691 
      846.0861                  892.8483                  953.3417             50692 
      995.7679                 1035.3391                 1038.2044             50693 
     1060.6954                 1103.4285                 1137.3651             50694 
     1144.3425                 1197.0467                 1242.6721             50695 
     1304.6119                 1370.7500                 1380.8192             50696 
     1389.7967                 1401.8950                 1411.3882             50697 
     1445.0979                 1459.2561                 1470.9441             50698 
     1481.3026                 1498.7148                 1986.5232             50699 
     3065.3579                 3083.2700                 3087.4865             50700 
     3142.1567                 3160.6982                 3186.4911             50701 
     3729.9692                 3767.0421                 3821.6334             50702 
Zero-point correction (Hartree): 0.155995 50703 
 50704 
triHPacyl.mmtmptmmmd 50705 
-------------------- 50706 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17452124  50707 
Electronic state : 2-A 50708 
Cartesian coordinates (Angs): 50709 
     O       1.277401     -2.105805      -0.864575 50710 
     O       1.250343     -0.729192      -1.192761 50711 
     C       1.255068      0.068295      -0.017519 50712 
     C      -0.170127      0.379634       0.494209 50713 
     C      -1.069738      0.891084      -0.623383 50714 
     O      -2.344863      1.282233      -0.147519 50715 
     O      -3.165959      0.122298      -0.047929 50716 
     H       0.351429     -2.278286      -0.623052 50717 
     C       2.159369     -0.470340       1.080688 50718 
     H       3.139344     -0.701266       0.668705 50719 
     H       1.728981     -1.373301       1.502171 50720 
     H       2.257374      0.281051       1.862496 50721 
     C       1.865349      1.408194      -0.482996 50722 
     O       1.887531      2.402806       0.135391 50723 
     H      -3.847725      0.314979      -0.703194 50724 
     H      -0.080025      1.155437       1.258599 50725 
     O      -0.749281     -0.686620       1.224959 50726 
     O      -1.145141     -1.730562       0.347328 50727 
     H      -2.060607     -1.470582       0.152301 50728 
     H      -0.639474      1.805597      -1.035104 50729 
     H      -1.169062      0.163891      -1.428064 50730 
Rotational constants (GHz):    1.2531900    0.7729300    0.5857800 50731 
Vibrational harmonic frequencies (cm-1): 50732 
       52.8808                   80.3952                   91.7436             50733 
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      125.7595                  164.0462                  189.5080             50734 
      208.2076                  221.8335                  243.6229             50735 
      263.6597                  276.9336                  297.3042             50736 
      309.4314                  313.4990                  337.8728             50737 
      436.2375                  462.5727                  484.6582             50738 
      516.4839                  562.8345                  599.7392             50739 
      614.7814                  667.9631                  826.7584             50740 
      842.9811                  886.1382                  953.4787             50741 
      982.6661                 1004.9269                 1056.5356             50742 
     1090.0111                 1110.1289                 1140.2369             50743 
     1153.5665                 1185.9189                 1223.0287             50744 
     1296.6132                 1325.4110                 1386.6437             50745 
     1390.1564                 1404.8081                 1424.8327             50746 
     1453.7745                 1470.9558                 1483.6719             50747 
     1484.7040                 1492.8392                 1978.6859             50748 
     3085.9396                 3089.1042                 3094.6285             50749 
     3144.4275                 3164.6195                 3186.1375             50750 
     3690.2418                 3714.6124                 3826.4668             50751 
Zero-point correction (Hartree): 0.156209 50752 
 50753 
triHPacyl.mmtmptmmpd 50754 
-------------------- 50755 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17540799  50756 
Electronic state : 2-A 50757 
Cartesian coordinates (Angs): 50758 
     O       1.358117     -2.090929      -0.840385 50759 
     O       1.302218     -0.715652      -1.169667 50760 
     C       1.243244      0.082500       0.002658 50761 
     C      -0.206137      0.379215       0.447273 50762 
     C      -1.075799      0.850532      -0.710034 50763 
     O      -2.358406      1.271951      -0.289247 50764 
     O      -3.159711      0.113017      -0.064841 50765 
     H       0.430679     -2.289439      -0.627168 50766 
     C       2.104721     -0.440547       1.142213 50767 
     H       3.106145     -0.655084       0.775527 50768 
     H       1.672113     -1.350893       1.545144 50769 
     H       2.154625      0.312874       1.926672 50770 
     C       1.856954      1.431740      -0.435255 50771 
     O       1.820551      2.430534       0.175088 50772 
     H      -3.299824      0.162708       0.890249 50773 
     H      -0.159498      1.169101       1.201418 50774 
     O      -0.802301     -0.687038       1.173642 50775 
     O      -1.117116     -1.761266       0.299810 50776 
     H      -1.993520     -1.493536      -0.026109 50777 
     H      -0.633425      1.744360      -1.152352 50778 
     H      -1.162014      0.094335      -1.489715 50779 
Rotational constants (GHz):    1.2469800    0.7797800    0.5890200 50780 
Vibrational harmonic frequencies (cm-1): 50781 
       50.6983                   81.7872                   93.3135             50782 
      122.5944                  156.5098                  188.3769             50783 
      208.1433                  226.2867                  246.4442             50784 
      267.6625                  279.9953                  304.9782             50785 
      316.6772                  340.6769                  365.9745             50786 
      437.6808                  464.3825                  476.1652             50787 
      544.4488                  567.9971                  612.6692             50788 
      647.2460                  668.6813                  829.1452             50789 
      844.2931                  887.8250                  951.7821             50790 
      983.6858                 1005.1475                 1057.0216             50791 
     1091.9251                 1113.2323                 1134.5994             50792 
     1152.3939                 1184.1312                 1224.7138             50793 
     1292.8641                 1322.3973                 1385.8289             50794 
     1401.7582                 1404.9588                 1420.9782             50795 
     1443.9869                 1477.2039                 1481.8217             50796 
     1485.3707                 1492.9330                 1979.6096             50797 
     3085.4519                 3088.5440                 3093.4860             50798 
     3142.7863                 3164.8513                 3186.3345             50799 
     3678.0666                 3695.5065                 3808.0291             50800 
Zero-point correction (Hartree): 0.156424 50801 
 50802 
triHPacyl.mmtpptmmmd 50803 
-------------------- 50804 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17492646  50805 
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Electronic state : 2-A 50806 
Cartesian coordinates (Angs): 50807 
     O       1.757738     -1.950256      -0.542326 50808 
     O       1.516898     -0.645876      -1.036867 50809 
     C       1.207395      0.235573       0.029761 50810 
     C      -0.297279      0.262946       0.366357 50811 
     C      -1.166574      0.547837      -0.858468 50812 
     O      -2.496171      0.110542      -0.654160 50813 
     O      -3.042537      0.852804       0.425522 50814 
     H       0.858843     -2.312636      -0.479503 50815 
     C       2.073043      0.020678       1.262515 50816 
     H       3.119198     -0.037014       0.970001 50817 
     H       1.791178     -0.906659       1.751916 50818 
     H       1.931177      0.852792       1.950015 50819 
     C       1.552030      1.633111      -0.532479 50820 
     O       1.303891      2.654938      -0.017073 50821 
     H      -2.885228      0.261196       1.175721 50822 
     H      -0.442652      1.042124       1.117556 50823 
     O      -0.752348     -0.898583       1.051050 50824 
     O      -0.893158     -1.983268       0.143928 50825 
     H      -1.770099     -1.813527      -0.236607 50826 
     H      -1.146589      1.612643      -1.094825 50827 
     H      -0.822020     -0.022203      -1.720973 50828 
Rotational constants (GHz):    1.2135300    0.8057700    0.5953700 50829 
Vibrational harmonic frequencies (cm-1): 50830 
       56.7169                   77.5930                   91.5279             50831 
      137.9808                  141.9283                  180.4385             50832 
      221.7611                  227.0421                  249.2153             50833 
      264.7636                  279.1068                  315.5920             50834 
      336.4496                  348.4319                  397.9109             50835 
      436.0420                  457.0685                  469.0438             50836 
      505.0221                  576.4025                  593.5835             50837 
      596.3458                  718.6465                  803.7283             50838 
      846.0204                  903.8284                  957.1254             50839 
      983.4953                 1002.5079                 1055.0927             50840 
     1082.8225                 1110.9513                 1135.6483             50841 
     1151.2011                 1188.3204                 1232.4454             50842 
     1293.7185                 1329.0297                 1387.8547             50843 
     1401.6967                 1405.2621                 1423.2756             50844 
     1432.6852                 1471.3597                 1485.5581             50845 
     1491.7000                 1496.1539                 1980.9783             50846 
     3085.8875                 3086.1659                 3097.6056             50847 
     3145.3292                 3165.3765                 3183.3121             50848 
     3709.1424                 3729.7668                 3775.5038             50849 
Zero-point correction (Hartree): 0.156531 50850 
 50851 
triHPacyl.mtmmptmpmd 50852 
-------------------- 50853 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17495686  50854 
Electronic state : 2-A 50855 
Cartesian coordinates (Angs): 50856 
     O       2.167092     -0.956618      -1.371868 50857 
     O       1.968228     -0.683546       0.004441 50858 
     C       0.561327     -0.645988       0.261895 50859 
     C      -0.078696      0.460994      -0.611090 50860 
     C      -1.379588      1.070919      -0.097239 50861 
     O      -2.395234      0.110095       0.085243 50862 
     O      -2.682749     -0.444329      -1.197249 50863 
     H       2.253402     -0.061817      -1.732592 50864 
     C      -0.084742     -2.006360       0.058810 50865 
     H       0.401550     -2.741101       0.697775 50866 
     H       0.037685     -2.303142      -0.980954 50867 
     H      -1.143437     -1.952836       0.299712 50868 
     C       0.523801     -0.305326       1.756537 50869 
     O      -0.419307     -0.212947       2.443344 50870 
     H      -3.601094     -0.174419      -1.317543 50871 
     H      -0.258787      0.029679      -1.597484 50872 
     O       0.859982      1.489413      -0.869908 50873 
     O       1.248147      2.057110       0.374154 50874 
     H       2.030803      1.526907       0.595186 50875 
     H      -1.245666      1.520359       0.884547 50876 
     H      -1.696336      1.837519      -0.807384 50877 



720 
 

Rotational constants (GHz):    1.1459900    0.7681800    0.7577300 50878 
Vibrational harmonic frequencies (cm-1): 50879 
       60.2309                   75.0642                  115.4993             50880 
      140.2667                  173.5494                  177.3661             50881 
      198.2359                  203.4705                  210.5969             50882 
      231.8481                  260.3793                  265.9792             50883 
      332.3223                  346.5893                  389.3754             50884 
      433.3270                  456.8549                  458.3006             50885 
      477.7194                  502.6527                  545.8178             50886 
      629.7079                  659.8208                  774.2796             50887 
      863.4177                  940.8268                  950.2771             50888 
      980.6962                 1042.0862                 1048.8617             50889 
     1096.7698                 1116.8324                 1133.6066             50890 
     1160.0739                 1189.9984                 1221.0919             50891 
     1285.2933                 1345.9944                 1364.3724             50892 
     1391.4449                 1403.4980                 1417.9096             50893 
     1427.2157                 1436.4328                 1488.8695             50894 
     1492.7397                 1497.6988                 1991.7196             50895 
     3075.7340                 3083.7201                 3104.4932             50896 
     3160.5634                 3162.3481                 3181.9372             50897 
     3737.9009                 3770.8975                 3830.8034             50898 
Zero-point correction (Hartree): 0.156090 50899 
 50900 
triHPacyl.mtpppmpmpd 50901 
-------------------- 50902 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17271628  50903 
Electronic state : 2-A 50904 
Cartesian coordinates (Angs): 50905 
     O      -2.628071      0.244557       0.778779 50906 
     O      -1.871603     -0.416525      -0.223751 50907 
     C      -0.533789     -0.591741       0.244168 50908 
     C       0.119618      0.758807       0.547281 50909 
     C       1.519768      0.669779       1.152020 50910 
     O       2.373929     -0.296888       0.593295 50911 
     O       2.823406      0.187857      -0.660647 50912 
     H      -2.565298      1.166390       0.482740 50913 
     C      -0.475097     -1.568529       1.408830 50914 
     H      -1.066749     -2.447154       1.160738 50915 
     H      -0.898205     -1.095733       2.294172 50916 
     H       0.551678     -1.868132       1.609790 50917 
     C       0.155729     -1.252488      -0.971589 50918 
     O      -0.330593     -1.994131      -1.731505 50919 
     H       2.218945     -0.262310      -1.272499 50920 
     H      -0.494668      1.277890       1.286279 50921 
     O       0.181778      1.564855      -0.620707 50922 
     O      -1.102622      2.146915      -0.832699 50923 
     H      -1.440691      1.615645      -1.566751 50924 
     H       1.983241      1.655890       1.102934 50925 
     H       1.424573      0.369420       2.196211 50926 
Rotational constants (GHz):    1.1720100    0.8062100    0.6931300 50927 
Vibrational harmonic frequencies (cm-1): 50928 
       19.6865                   92.6863                  119.2724             50929 
      143.3188                  157.8630                  167.3168             50930 
      184.4271                  199.7198                  223.9578             50931 
      259.0256                  261.0333                  301.2375             50932 
      331.2678                  347.3545                  393.7833             50933 
      410.1165                  422.1100                  448.8810             50934 
      488.6456                  523.9720                  582.2046             50935 
      609.7056                  710.9197                  741.2716             50936 
      880.7593                  900.4089                  965.4977             50937 
      985.0229                 1030.1068                 1032.3334             50938 
     1065.1946                 1126.6546                 1140.7368             50939 
     1155.2996                 1183.9843                 1252.5352             50940 
     1311.5970                 1367.5955                 1375.3126             50941 
     1399.1098                 1413.3933                 1413.7196             50942 
     1432.8562                 1436.5988                 1461.4598             50943 
     1494.2832                 1497.2367                 1995.0387             50944 
     3077.4012                 3078.9399                 3088.9427             50945 
     3135.4827                 3158.5061                 3167.7624             50946 
     3714.7431                 3745.4620                 3793.8386             50947 
Zero-point correction (Hartree): 0.155867 50948 
 50949 
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triHPacyl.mttpptmppd 50950 
-------------------- 50951 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17517081  50952 
Electronic state : 2-A 50953 
Cartesian coordinates (Angs): 50954 
     O      -1.890764     -1.627191      -1.090695 50955 
     O      -2.072800     -0.513626      -0.233837 50956 
     C      -0.959245      0.363871      -0.390908 50957 
     C       0.345190     -0.386581      -0.041042 50958 
     C       1.498901      0.503968       0.395108 50959 
     O       2.728819     -0.175060       0.272668 50960 
     O       2.969844     -0.335919      -1.123436 50961 
     H      -1.439796     -2.250284      -0.500823 50962 
     C      -0.913049      0.978685      -1.780147 50963 
     H      -1.810436      1.567076      -1.960232 50964 
     H      -0.857514      0.178538      -2.515220 50965 
     H      -0.040985      1.622663      -1.878760 50966 
     C      -1.266577      1.470241       0.627266 50967 
     O      -0.652647      2.451720       0.804592 50968 
     H       3.784232      0.169501      -1.231592 50969 
     H       0.655194     -0.941479      -0.928781 50970 
     O       0.085352     -1.407678       0.905855 50971 
     O      -0.426696     -0.798121       2.082436 50972 
     H      -1.383625     -0.850438       1.930502 50973 
     H       1.523739      1.434812      -0.173308 50974 
     H       1.409002      0.735516       1.455897 50975 
Rotational constants (GHz):    1.1281200    0.7281900    0.6849200 50976 
Vibrational harmonic frequencies (cm-1): 50977 
       57.7456                   70.6577                  117.1560             50978 
      139.0653                  158.9666                  176.2516             50979 
      192.0256                  197.3636                  207.7092             50980 
      225.5351                  259.3343                  291.4468             50981 
      316.1725                  346.1539                  379.2590             50982 
      404.3543                  457.7270                  461.0773             50983 
      496.2790                  504.8633                  573.1571             50984 
      625.1149                  660.2502                  804.0729             50985 
      890.3450                  926.8883                  950.1325             50986 
      982.6662                 1000.5700                 1049.2067             50987 
     1090.0625                 1131.1369                 1134.4487             50988 
     1163.3138                 1177.5634                 1221.0021             50989 
     1296.9326                 1322.0298                 1389.6271             50990 
     1393.4036                 1403.1350                 1419.8601             50991 
     1430.9016                 1435.8141                 1466.4467             50992 
     1481.3628                 1500.7016                 1986.8140             50993 
     3080.8402                 3086.7531                 3103.5430             50994 
     3151.0865                 3163.8077                 3167.9396             50995 
     3748.4062                 3755.3430                 3831.6359             50996 
Zero-point correction (Hartree): 0.155953 50997 
 50998 
triHPacyl.pmmmpmmpmd 50999 
-------------------- 51000 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17516257  51001 
Electronic state : 2-A 51002 
Cartesian coordinates (Angs): 51003 
     O       0.765075      0.761767      -1.818596 51004 
     O       1.415624      0.917542      -0.567252 51005 
     C       0.510970      0.648798       0.498883 51006 
     C       0.077209     -0.828645       0.582243 51007 
     C      -0.863754     -1.334649      -0.507881 51008 
     O      -2.024622     -0.535799      -0.583320 51009 
     O      -2.744820     -0.711923       0.635290 51010 
     H       0.367401      1.637442      -1.942780 51011 
     C       1.295475      1.039823       1.747756 51012 
     H       1.618447      2.075960       1.672932 51013 
     H       2.163901      0.391094       1.837868 51014 
     H       0.667246      0.922350       2.628009 51015 
     C      -0.700733      1.588435       0.437209 51016 
     O      -0.849079      2.484904      -0.305669 51017 
     H      -3.560756     -1.113273       0.312997 51018 
     H      -0.433296     -0.939435       1.541550 51019 
     O       1.211683     -1.661610       0.705550 51020 
     O       1.792035     -1.876542      -0.576216 51021 
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     H       2.269349     -1.048118      -0.733246 51022 
     H      -0.414196     -1.261415      -1.491631 51023 
     H      -1.120265     -2.373887      -0.293259 51024 
Rotational constants (GHz):    1.0419500    0.9399600    0.7107600 51025 
Vibrational harmonic frequencies (cm-1): 51026 
       41.6311                   83.1239                  132.0794             51027 
      144.8518                  157.0767                  157.7043             51028 
      201.7390                  208.3108                  214.2577             51029 
      218.8631                  271.6383                  289.4082             51030 
      314.1731                  355.3783                  373.2239             51031 
      399.7076                  425.3975                  435.9424             51032 
      458.6756                  506.4030                  588.4560             51033 
      619.4397                  693.1951                  793.5669             51034 
      856.1264                  925.6471                  949.4658             51035 
      971.1639                 1041.3600                 1051.4637             51036 
     1100.3134                 1114.3545                 1125.0627             51037 
     1158.6772                 1194.9174                 1239.6588             51038 
     1290.3638                 1331.7678                 1386.3444             51039 
     1395.0487                 1407.2625                 1421.7829             51040 
     1432.0057                 1439.7810                 1484.0001             51041 
     1490.4254                 1497.4651                 1971.2570             51042 
     3081.7268                 3083.5434                 3097.5868             51043 
     3167.3387                 3171.3560                 3198.2900             51044 
     3757.7186                 3765.6735                 3832.2293             51045 
Zero-point correction (Hartree): 0.156090 51046 
 51047 
triHPacyl.pmmmpmmppd 51048 
-------------------- 51049 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17654613  51050 
Electronic state : 2-A 51051 
Cartesian coordinates (Angs): 51052 
     O       0.610796      0.827416      -1.823803 51053 
     O       1.171624      1.187591      -0.571313 51054 
     C       0.337613      0.734743       0.484495 51055 
     C       0.261779     -0.801354       0.603750 51056 
     C      -0.541654     -1.538318      -0.465449 51057 
     O      -1.831993     -0.989327      -0.614276 51058 
     O      -2.562896     -1.278737       0.574897 51059 
     H       0.072031      1.606202      -2.029575 51060 
     C       0.968836      1.334123       1.737413 51061 
     H       1.057206      2.412971       1.629786 51062 
     H       1.955308      0.896833       1.875503 51063 
     H       0.354108      1.108055       2.606192 51064 
     C      -1.063859      1.354682       0.364855 51065 
     O      -1.387337      2.221607      -0.354437 51066 
     H      -2.728588     -0.388304       0.917364 51067 
     H      -0.203528     -1.003636       1.571380 51068 
     O       1.559356     -1.339860       0.745101 51069 
     O       2.181139     -1.448603      -0.529885 51070 
     H       2.481783     -0.543146      -0.696175 51071 
     H      -0.085552     -1.440408      -1.444071 51072 
     H      -0.604570     -2.592522      -0.191058 51073 
Rotational constants (GHz):    1.0562100    0.9385500    0.7160300 51074 
Vibrational harmonic frequencies (cm-1): 51075 
       57.6908                  100.6128                  133.1191             51076 
      152.5215                  158.9905                  186.7965             51077 
      204.5237                  214.3336                  220.1397             51078 
      271.4911                  286.1154                  308.5156             51079 
      324.9184                  351.3002                  369.7726             51080 
      383.3583                  427.3816                  433.7936             51081 
      451.2775                  509.8762                  590.5012             51082 
      622.4298                  688.2933                  791.2270             51083 
      849.4328                  930.3536                  951.4103             51084 
      971.7012                 1040.1676                 1050.8104             51085 
     1100.0365                 1118.6560                 1128.3332             51086 
     1154.9260                 1191.7566                 1244.3970             51087 
     1286.8450                 1335.5990                 1384.0577             51088 
     1404.5571                 1409.9414                 1424.4978             51089 
     1428.1640                 1436.3814                 1485.4741             51090 
     1489.9174                 1496.9444                 1976.7105             51091 
     3082.5819                 3088.9479                 3092.5840             51092 
     3167.1319                 3170.4423                 3198.0181             51093 
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     3769.1841                 3770.0050                 3776.9573             51094 
Zero-point correction (Hartree): 0.156387 51095 
 51096 
triHPacyl.pmmmptmpmd 51097 
-------------------- 51098 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17376323  51099 
Electronic state : 2-A 51100 
Cartesian coordinates (Angs): 51101 
     O      -0.791398      0.214674       2.083923 51102 
     O      -1.378794      0.843009       0.956492 51103 
     C      -0.460864      0.866960      -0.128038 51104 
     C      -0.161027     -0.529733      -0.714811 51105 
     C       0.572429     -1.520792       0.185732 51106 
     O       1.786881     -0.981022       0.658854 51107 
     O       2.660378     -0.856755      -0.460688 51108 
     H      -0.240267      0.925284       2.446250 51109 
     C      -1.135848      1.756198      -1.165737 51110 
     H      -1.312594      2.745888      -0.750513 51111 
     H      -2.083829      1.310876      -1.459360 51112 
     H      -0.493611      1.842839      -2.039235 51113 
     C       0.832055      1.583460       0.313947 51114 
     O       1.705795      1.930161      -0.380728 51115 
     H       3.372693     -1.456345      -0.208518 51116 
     H       0.451033     -0.357746      -1.603656 51117 
     O      -1.348235     -1.102222      -1.228642 51118 
     O      -2.113822     -1.658933      -0.165160 51119 
     H      -2.493200     -0.874734       0.259217 51120 
     H       0.000957     -1.747851       1.077838 51121 
     H       0.751899     -2.436063      -0.380982 51122 
Rotational constants (GHz):    1.1072700    0.8854300    0.7191200 51123 
Vibrational harmonic frequencies (cm-1): 51124 
       41.2327                   81.0522                  134.5842             51125 
      138.1075                  146.3924                  155.7187             51126 
      174.4142                  207.4118                  213.9511             51127 
      226.4842                  255.8602                  284.9841             51128 
      289.6384                  309.6672                  340.4838             51129 
      377.3260                  412.3980                  442.0820             51130 
      476.8055                  528.6172                  552.5581             51131 
      618.7866                  653.0661                  773.9284             51132 
      853.0746                  936.3255                  948.4835             51133 
      969.4847                 1041.8769                 1053.1000             51134 
     1096.5435                 1116.4703                 1116.9654             51135 
     1144.4949                 1191.5650                 1235.4259             51136 
     1291.3038                 1330.5630                 1378.5827             51137 
     1395.8637                 1407.1337                 1421.8657             51138 
     1425.7295                 1443.5247                 1484.7663             51139 
     1488.2341                 1495.7702                 1994.8663             51140 
     3084.0838                 3084.7332                 3092.7881             51141 
     3168.0622                 3172.1742                 3201.9797             51142 
     3753.6269                 3759.0844                 3834.3037             51143 
Zero-point correction (Hartree): 0.155481 51144 
 51145 
triHPacyl.pmmmptmppd 51146 
-------------------- 51147 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17718424  51148 
Electronic state : 2-A 51149 
Cartesian coordinates (Angs): 51150 
     O      -0.857215      0.233060       2.049192 51151 
     O      -1.358607      0.926831       0.918516 51152 
     C      -0.408418      0.890266      -0.133160 51153 
     C      -0.188665     -0.523481      -0.721975 51154 
     C       0.500151     -1.549141       0.176237 51155 
     O       1.726187     -1.063272       0.674458 51156 
     O       2.652919     -1.053673      -0.405630 51157 
     H      -0.371811      0.930019       2.514368 51158 
     C      -0.981851      1.832556      -1.186863 51159 
     H      -1.120186      2.826459      -0.767065 51160 
     H      -1.940636      1.443908      -1.523010 51161 
     H      -0.301152      1.889558      -2.033236 51162 
     C       0.916883      1.503762       0.344789 51163 
     O       1.868230      1.712990      -0.311691 51164 
     H       2.859578     -0.110318      -0.478535 51165 
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     H       0.426767     -0.383965      -1.614520 51166 
     O      -1.408024     -1.021097      -1.233779 51167 
     O      -2.196661     -1.551327      -0.174519 51168 
     H      -2.562169     -0.754867       0.238254 51169 
     H      -0.092846     -1.770235       1.055571 51170 
     H       0.659223     -2.462417      -0.398371 51171 
Rotational constants (GHz):    1.1342100    0.8806600    0.7213800 51172 
Vibrational harmonic frequencies (cm-1): 51173 
       52.9102                   94.7251                  147.0506             51174 
      153.5296                  172.6375                  185.6933             51175 
      212.2310                  223.8700                  230.7444             51176 
      254.9350                  278.2491                  286.7574             51177 
      307.3980                  335.6596                  353.1214             51178 
      377.4136                  414.7634                  440.2913             51179 
      477.6897                  531.3546                  557.6579             51180 
      620.7875                  653.6242                  772.7512             51181 
      854.2239                  940.1900                  952.3986             51182 
      971.7431                 1041.6916                 1053.7471             51183 
     1094.2189                 1120.2290                 1125.9254             51184 
     1144.3560                 1188.0436                 1236.8939             51185 
     1291.9222                 1333.5419                 1377.4315             51186 
     1405.7118                 1412.2991                 1417.8715             51187 
     1440.8935                 1444.4525                 1487.3917             51188 
     1491.6936                 1495.9827                 1966.1071             51189 
     3083.3958                 3087.4901                 3095.6074             51190 
     3168.5756                 3171.8709                 3204.3312             51191 
     3769.1394                 3773.8373                 3776.2125             51192 
Zero-point correction (Hartree): 0.156180 51193 
 51194 
triHPacyl.pmppmtmpmd 51195 
-------------------- 51196 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17624138  51197 
Electronic state : 2-A 51198 
Cartesian coordinates (Angs): 51199 
     O       0.270573     -0.931906       1.898180 51200 
     O       0.694133      0.351524       1.469525 51201 
     C       1.163051      0.281629       0.138758 51202 
     C       0.035077      0.232317      -0.919950 51203 
     C      -0.877608     -0.993574      -0.949497 51204 
     O      -1.748689     -1.154443       0.157428 51205 
     O      -2.986071     -0.522798      -0.109887 51206 
     H      -0.655838     -0.972606       1.590258 51207 
     C       2.024548      1.526655      -0.044426 51208 
     H       2.855920      1.499277       0.655797 51209 
     H       1.426688      2.417066       0.140334 51210 
     H       2.404987      1.569827      -1.063183 51211 
     C       2.106755     -0.927112      -0.024284 51212 
     O       2.359166     -1.463108      -1.035298 51213 
     H      -2.777864      0.405670       0.098306 51214 
     H       0.549333      0.226672      -1.885590 51215 
     O      -0.655475      1.472909      -0.957953 51216 
     O      -1.432985      1.662329       0.220985 51217 
     H      -0.779740      1.669441       0.940052 51218 
     H      -1.484515     -0.961453      -1.853174 51219 
     H      -0.255129     -1.889440      -0.970247 51220 
Rotational constants (GHz):    1.3141600    0.7840200    0.7116000 51221 
Vibrational harmonic frequencies (cm-1): 51222 
       56.0005                   81.7767                  104.5462             51223 
      145.5284                  165.3471                  197.0450             51224 
      210.2985                  236.8654                  248.9726             51225 
      270.3000                  292.8007                  314.6451             51226 
      323.6065                  376.6841                  415.1578             51227 
      422.1602                  484.8512                  510.1423             51228 
      580.8566                  597.9932                  641.4885             51229 
      657.3353                  676.9148                  831.9944             51230 
      875.5557                  909.6501                  950.3589             51231 
      954.2013                 1017.1257                 1048.1013             51232 
     1063.5650                 1117.4638                 1122.3807             51233 
     1154.3242                 1183.3016                 1248.3800             51234 
     1319.3576                 1352.7464                 1367.4953             51235 
     1406.2423                 1412.1552                 1459.7152             51236 
     1464.8359                 1475.9225                 1485.0620             51237 
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     1495.5344                 1497.3316                 1978.1461             51238 
     3077.9067                 3083.8637                 3091.2613             51239 
     3145.2025                 3163.8327                 3171.9939             51240 
     3583.0092                 3653.7362                 3717.1272             51241 
Zero-point correction (Hartree): 0.156943 51242 
 51243 
triHPacyl.pmppmttpmd 51244 
-------------------- 51245 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17692251  51246 
Electronic state : 2-A 51247 
Cartesian coordinates (Angs): 51248 
     O       1.008583      2.006822      -0.656727 51249 
     O       0.928116      0.747431      -1.309582 51250 
     C       1.116811     -0.279902      -0.364138 51251 
     C      -0.145418     -0.641526       0.441477 51252 
     C      -0.842439      0.499931       1.173296 51253 
     O      -1.438449      1.467963       0.320030 51254 
     O      -2.596394      0.915457      -0.289552 51255 
     H       0.069364      2.226863      -0.545294 51256 
     C       1.632069     -1.477262      -1.154300 51257 
     H       2.610491     -1.242351      -1.566680 51258 
     H       0.940092     -1.694982      -1.963560 51259 
     H       1.703142     -2.350047      -0.507617 51260 
     C       2.248654      0.125001       0.609664 51261 
     O       2.340382     -0.181454       1.736247 51262 
     H      -2.236218      0.571454      -1.121185 51263 
     H       0.159936     -1.371737       1.197425 51264 
     O      -1.016540     -1.273867      -0.485997 51265 
     O      -2.080121     -1.869830       0.238940 51266 
     H      -2.743077     -1.161010       0.237208 51267 
     H      -1.606813      0.103166       1.841002 51268 
     H      -0.119585      1.061020       1.765840 51269 
Rotational constants (GHz):    1.2463000    0.7971200    0.6778300 51270 
Vibrational harmonic frequencies (cm-1): 51271 
       62.9357                   65.9257                   98.0497             51272 
      150.2422                  170.3235                  199.5912             51273 
      218.7138                  227.0930                  246.9274             51274 
      267.2993                  278.5398                  314.8968             51275 
      323.0991                  387.2429                  396.6518             51276 
      436.3249                  469.0420                  527.7366             51277 
      539.6537                  569.7192                  580.7311             51278 
      590.8753                  703.2630                  827.1991             51279 
      855.5754                  898.4328                  946.7239             51280 
      981.2590                 1036.4049                 1052.2973             51281 
     1058.6169                 1111.4374                 1128.2319             51282 
     1144.9386                 1192.9961                 1255.4917             51283 
     1306.8208                 1367.1463                 1382.3549             51284 
     1403.5390                 1409.7854                 1431.7646             51285 
     1450.7858                 1453.8627                 1480.2007             51286 
     1483.3617                 1496.3736                 1978.9652             51287 
     3067.1911                 3085.0553                 3094.0726             51288 
     3144.3634                 3166.9164                 3176.7911             51289 
     3710.4056                 3734.1551                 3764.4159             51290 
Zero-point correction (Hartree): 0.156972 51291 
 51292 
triHPacyl.pmpppmpmmd 51293 
-------------------- 51294 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17641483  51295 
Electronic state : 2-A 51296 
Cartesian coordinates (Angs): 51297 
     O      -0.053201     -0.455212       1.794081 51298 
     O       1.131108     -0.064973       1.124096 51299 
     C       0.977101     -0.204213      -0.281421 51300 
     C      -0.081212      0.784454      -0.869189 51301 
     C      -1.361184      0.126405      -1.370807 51302 
     O      -1.908478     -0.808589      -0.474037 51303 
     O      -2.590797     -0.098268       0.546794 51304 
     H       0.057932     -1.417025       1.861859 51305 
     C       2.369129      0.064842      -0.841634 51306 
     H       3.091884     -0.622411      -0.406065 51307 
     H       2.649116      1.091657      -0.615594 51308 
     H       2.355641     -0.067978      -1.921946 51309 
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     C       0.660084     -1.672003      -0.626467 51310 
     O       0.724177     -2.585615       0.104793 51311 
     H      -1.870093      0.095771       1.168803 51312 
     H       0.379421      1.302897      -1.715670 51313 
     O      -0.456569      1.748389       0.086683 51314 
     O       0.672959      2.567315       0.353650 51315 
     H       1.024514      2.147665       1.152402 51316 
     H      -2.095579      0.897127      -1.606872 51317 
     H      -1.129951     -0.449009      -2.268285 51318 
Rotational constants (GHz):    1.0597600    1.0240300    0.7519900 51319 
Vibrational harmonic frequencies (cm-1): 51320 
       81.1281                  111.9649                  135.9527             51321 
      156.0557                  182.5063                  187.7567             51322 
      223.8826                  231.3947                  254.0123             51323 
      261.9476                  302.6079                  326.8740             51324 
      344.5666                  394.1107                  417.4944             51325 
      434.4702                  438.6270                  465.0112             51326 
      480.7062                  532.6464                  593.5720             51327 
      618.2636                  734.6832                  782.6036             51328 
      872.8609                  886.0380                  935.9763             51329 
      989.2417                 1038.6062                 1055.1789             51330 
     1068.8613                 1124.1375                 1147.7638             51331 
     1161.9663                 1190.4232                 1225.4510             51332 
     1316.6247                 1356.6568                 1378.3591             51333 
     1402.5104                 1410.2110                 1430.7272             51334 
     1435.8359                 1460.0869                 1467.2758             51335 
     1491.0010                 1497.8127                 1977.0164             51336 
     3053.7801                 3078.7826                 3080.8511             51337 
     3134.6463                 3161.5951                 3168.5589             51338 
     3701.9625                 3746.4906                 3780.8628             51339 
Zero-point correction (Hartree): 0.157014 51340 
 51341 
triHPacyl.pmppptpmmd 51342 
-------------------- 51343 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17631227  51344 
Electronic state : 2-A 51345 
Cartesian coordinates (Angs): 51346 
     O       0.272511     -0.339928       1.934441 51347 
     O      -0.990049     -0.462990       1.307872 51348 
     C      -1.002525      0.254327       0.085623 51349 
     C      -0.023732     -0.361844      -0.972344 51350 
     C       1.228192      0.456781      -1.270215 51351 
     O       1.899605      0.916842      -0.122366 51352 
     O       2.657862     -0.156862       0.411383 51353 
     H       0.238663      0.558697       2.300609 51354 
     C      -2.452715      0.200898      -0.379564 51355 
     H      -3.111856      0.625229       0.375014 51356 
     H      -2.728164     -0.834431      -0.569624 51357 
     H      -2.550456      0.772030      -1.300925 51358 
     C      -0.691874      1.735743       0.391247 51359 
     O      -0.720500      2.628738      -0.363703 51360 
     H       1.995512     -0.617456       0.952757 51361 
     H      -0.581425     -0.465031      -1.908124 51362 
     O       0.409303     -1.639845      -0.567600 51363 
     O      -0.713936     -2.508541      -0.557334 51364 
     H      -0.967819     -2.474971       0.376624 51365 
     H       1.902752     -0.137719      -1.886938 51366 
     H       0.940357      1.358902      -1.809419 51367 
Rotational constants (GHz):    1.0502100    1.0022600    0.7499400 51368 
Vibrational harmonic frequencies (cm-1): 51369 
       82.5791                  109.6498                  149.4011             51370 
      156.2757                  180.2770                  190.9104             51371 
      212.3104                  236.2925                  248.7477             51372 
      263.4766                  282.8916                  315.7029             51373 
      331.5126                  369.6260                  402.9728             51374 
      427.3556                  430.9428                  472.0791             51375 
      504.1888                  517.3396                  536.5112             51376 
      645.0471                  678.2327                  785.5158             51377 
      867.7794                  888.1333                  941.2916             51378 
      988.2079                 1036.7003                 1057.8978             51379 
     1067.9584                 1121.0887                 1138.6546             51380 
     1154.8868                 1186.9415                 1223.4957             51381 
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     1315.7686                 1351.1293                 1374.5141             51382 
     1401.9312                 1408.7828                 1427.9125             51383 
     1428.2047                 1465.2257                 1468.4798             51384 
     1488.3713                 1496.5108                 1991.1272             51385 
     3058.7553                 3079.8635                 3090.6873             51386 
     3145.7152                 3163.7813                 3169.0300             51387 
     3721.4896                 3734.8195                 3779.1637             51388 
Zero-point correction (Hartree): 0.156656 51389 
 51390 
triHPacyl.pmtmmtmmmd 51391 
-------------------- 51392 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17493445  51393 
Electronic state : 2-A 51394 
Cartesian coordinates (Angs): 51395 
     O      -0.735652     -1.185281       1.768026 51396 
     O      -1.453850     -1.307170       0.551955 51397 
     C      -1.328896     -0.123399      -0.184193 51398 
     C       0.132720      0.242680      -0.559154 51399 
     C       0.974805      0.936348       0.508609 51400 
     O       2.193840      1.407476      -0.039571 51401 
     O       3.118742      0.322890      -0.077065 51402 
     H       0.074609     -1.662275       1.525298 51403 
     C      -2.150925     -0.379033      -1.443465 51404 
     H      -3.156318     -0.691651      -1.170474 51405 
     H      -1.669401     -1.171462      -2.013147 51406 
     H      -2.204090      0.527151      -2.042978 51407 
     C      -1.996037      1.055585       0.557561 51408 
     O      -1.970140      2.177868       0.216039 51409 
     H       3.818970      0.655782       0.497109 51410 
     H       0.065253      0.942231      -1.396157 51411 
     O       0.783371     -0.871319      -1.142285 51412 
     O       1.249043     -1.756742      -0.132409 51413 
     H       2.165147     -1.447575      -0.045480 51414 
     H       0.460496      1.839071       0.835603 51415 
     H       1.172500      0.313857       1.376571 51416 
Rotational constants (GHz):    1.3024900    0.7470300    0.6268300 51417 
Vibrational harmonic frequencies (cm-1): 51418 
       78.0459                   83.2751                  110.2430             51419 
      133.4470                  178.6664                  194.6680             51420 
      206.2823                  223.9045                  236.9522             51421 
      255.3569                  270.7556                  277.1843             51422 
      307.4001                  318.5302                  350.0517             51423 
      377.2637                  487.4891                  520.8106             51424 
      535.0224                  556.9249                  563.7936             51425 
      593.8680                  681.8781                  821.2049             51426 
      864.3140                  909.8592                  952.5483             51427 
      975.7499                 1008.4060                 1051.5455             51428 
     1084.3003                 1108.4180                 1127.3982             51429 
     1153.0193                 1175.6959                 1253.7510             51430 
     1307.3655                 1334.9797                 1375.0022             51431 
     1392.6776                 1399.6448                 1423.2612             51432 
     1449.2328                 1468.6454                 1473.1448             51433 
     1487.8431                 1499.8493                 1970.9456             51434 
     3081.4391                 3086.1223                 3115.4562             51435 
     3167.6789                 3169.9159                 3172.9973             51436 
     3723.5600                 3750.2692                 3828.9512             51437 
Zero-point correction (Hartree): 0.156526 51438 
 51439 
triHPacyl.pmtmmtmmpd 51440 
-------------------- 51441 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17589244  51442 
Electronic state : 2-A 51443 
Cartesian coordinates (Angs): 51444 
     O       0.822616     -1.197297      -1.756042 51445 
     O       1.473018     -1.311232      -0.501981 51446 
     C       1.310529     -0.120722       0.213907 51447 
     C      -0.165319      0.252390       0.512015 51448 
     C      -0.974099      0.904930      -0.605297 51449 
     O      -2.193388      1.430355      -0.112822 51450 
     O      -3.115540      0.353653       0.048814 51451 
     H       0.013962     -1.698584      -1.566335 51452 
     C       2.072515     -0.359838       1.513541 51453 
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     H       3.091421     -0.668432       1.290827 51454 
     H       1.570360     -1.150511       2.067542 51455 
     H       2.092826      0.551985       2.106509 51456 
     C       2.009462      1.053877      -0.507081 51457 
     O       1.950847      2.180288      -0.184917 51458 
     H      -3.197941      0.315491       1.010973 51459 
     H      -0.130970      0.977647       1.329422 51460 
     O      -0.843517     -0.848204       1.101193 51461 
     O      -1.245721     -1.769935       0.096613 51462 
     H      -2.133420     -1.432446      -0.109545 51463 
     H      -0.440684      1.778843      -0.976104 51464 
     H      -1.170605      0.241156      -1.442662 51465 
Rotational constants (GHz):    1.2937400    0.7528800    0.6315300 51466 
Vibrational harmonic frequencies (cm-1): 51467 
       78.6043                   88.3679                  109.3234             51468 
      130.8667                  174.5016                  193.9724             51469 
      210.7349                  219.3700                  229.8608             51470 
      260.5023                  277.8816                  287.9257             51471 
      322.8174                  351.6014                  364.8388             51472 
      382.3816                  477.7333                  499.0682             51473 
      539.9777                  560.1417                  579.1003             51474 
      620.5798                  680.8335                  826.4452             51475 
      868.3434                  911.4137                  949.8651             51476 
      976.3432                 1006.4024                 1052.7877             51477 
     1087.7963                 1109.7067                 1123.1861             51478 
     1151.9008                 1173.6734                 1255.9493             51479 
     1304.3504                 1336.0330                 1372.7485             51480 
     1399.9641                 1402.9809                 1418.4579             51481 
     1442.8619                 1461.5357                 1477.2905             51482 
     1487.7477                 1499.4781                 1972.0231             51483 
     3080.4347                 3083.6639                 3119.8173             51484 
     3167.8749                 3169.9599                 3173.4903             51485 
     3723.9465                 3746.5515                 3808.5706             51486 
Zero-point correction (Hartree): 0.156703 51487 
 51488 
triHPacyl.pmtmptmmpd 51489 
-------------------- 51490 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17592440  51491 
Electronic state : 2-A 51492 
Cartesian coordinates (Angs): 51493 
     O       1.194070     -0.846953       1.954010 51494 
     O       1.292534      0.441215       1.363021 51495 
     C       1.191636      0.314399      -0.039433 51496 
     C      -0.224062     -0.016481      -0.563056 51497 
     C      -0.984447     -1.049898       0.258336 51498 
     O      -2.231233     -1.356734      -0.336943 51499 
     O      -3.153422     -0.321810      -0.007804 51500 
     H       2.123926     -1.057937       2.114308 51501 
     C       1.697100      1.635703      -0.601037 51502 
     H       2.746138      1.768674      -0.345722 51503 
     H       1.109600      2.441878      -0.167926 51504 
     H       1.574518      1.647809      -1.681938 51505 
     C       2.179257     -0.779761      -0.512303 51506 
     O       2.178304     -1.322238      -1.548753 51507 
     H      -3.188402      0.173206      -0.837948 51508 
     H      -0.107432     -0.399898      -1.580129 51509 
     O      -0.996973      1.152437      -0.777018 51510 
     O      -1.255946      1.779656       0.470460 51511 
     H      -2.064802      1.322521       0.754067 51512 
     H      -0.438863     -1.992842       0.265120 51513 
     H      -1.130249     -0.731753       1.289353 51514 
Rotational constants (GHz):    1.3023700    0.6954300    0.6499800 51515 
Vibrational harmonic frequencies (cm-1): 51516 
       51.5676                   92.7295                  100.6613             51517 
      148.9999                  173.0928                  191.3450             51518 
      195.1308                  211.6784                  250.3525             51519 
      255.7110                  290.2097                  296.1440             51520 
      311.4129                  335.3707                  378.0544             51521 
      388.4670                  415.0200                  477.9554             51522 
      543.1920                  558.0774                  575.0642             51523 
      596.0735                  667.4630                  816.8602             51524 
      859.8511                  910.1981                  950.4762             51525 
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      981.6624                 1004.0819                 1043.1887             51526 
     1088.4593                 1112.6799                 1124.8774             51527 
     1156.9711                 1178.5825                 1248.8951             51528 
     1302.6267                 1318.2824                 1392.0784             51529 
     1404.7377                 1407.1122                 1409.0938             51530 
     1419.2968                 1448.9891                 1471.9834             51531 
     1481.4613                 1498.0436                 1988.7980             51532 
     3084.1541                 3088.2202                 3102.8130             51533 
     3155.9816                 3169.5155                 3174.1172             51534 
     3723.0962                 3796.9047                 3798.3366             51535 
Zero-point correction (Hartree): 0.156319 51536 
 51537 
triHPacyl.pmtmpttpmd 51538 
-------------------- 51539 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17339787  51540 
Electronic state : 2-A 51541 
Cartesian coordinates (Angs): 51542 
     O      -1.420352     -1.443961      -1.542759 51543 
     O      -1.627012     -0.047665      -1.385962 51544 
     C      -1.273371      0.322687      -0.071974 51545 
     C       0.239038      0.254960       0.212166 51546 
     C       0.870698     -1.118999       0.025986 51547 
     O       2.135449     -1.213625       0.666633 51548 
     O       3.094706     -0.510770      -0.112146 51549 
     H      -2.316359     -1.786367      -1.420647 51550 
     C      -1.804183      1.740005       0.097048 51551 
     H      -2.889423      1.744197       0.020623 51552 
     H      -1.379276      2.363079      -0.685410 51553 
     H      -1.502692      2.129706       1.067157 51554 
     C      -2.030916     -0.567035       0.937548 51555 
     O      -1.821200     -0.651508       2.085677 51556 
     H       3.575503     -1.226982      -0.543927 51557 
     H       0.376162      0.560505       1.251800 51558 
     O       0.849933      1.221049      -0.626486 51559 
     O       1.823763      1.934844       0.116627 51560 
     H       2.605513      1.372279      -0.000663 51561 
     H       0.276581     -1.885916       0.524080 51562 
     H       0.964110     -1.367112      -1.030330 51563 
Rotational constants (GHz):    1.2491200    0.6779500    0.6238000 51564 
Vibrational harmonic frequencies (cm-1): 51565 
       35.5330                   61.5257                   90.0068             51566 
      113.2911                  129.7261                  158.5167             51567 
      182.9907                  190.0675                  207.6206             51568 
      222.1559                  255.1954                  277.6100             51569 
      298.4558                  306.3929                  342.4380             51570 
      376.1071                  419.6829                  433.3018             51571 
      521.6396                  536.5414                  554.7858             51572 
      566.3127                  630.1007                  810.1798             51573 
      892.5467                  922.8223                  967.3857             51574 
      976.0172                 1040.1255                 1051.5998             51575 
     1081.7038                 1107.2856                 1127.9393             51576 
     1154.1610                 1174.6586                 1253.1091             51577 
     1310.7652                 1324.1076                 1371.9420             51578 
     1385.3375                 1403.4489                 1409.9946             51579 
     1429.8959                 1452.5571                 1455.7610             51580 
     1483.3835                 1495.6023                 1988.3495             51581 
     3084.8492                 3088.1061                 3092.7056             51582 
     3150.4930                 3167.6881                 3178.5044             51583 
     3731.4834                 3797.1107                 3829.2665             51584 
Zero-point correction (Hartree): 0.155145 51585 
 51586 
triHPacyl.ppmmmptmmd 51587 
-------------------- 51588 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17563671  51589 
Electronic state : 2-A 51590 
Cartesian coordinates (Angs): 51591 
     O      -0.806552     -1.818746      -1.107065 51592 
     O      -0.220896     -1.879252       0.185526 51593 
     C       0.685732     -0.817261       0.305132 51594 
     C      -0.009774      0.554650       0.170022 51595 
     C      -1.298466      0.670835       0.981924 51596 
     O      -2.391757      0.008218       0.366357 51597 
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     O      -2.695987      0.709304      -0.837110 51598 
     H      -1.667305     -1.419011      -0.902533 51599 
     C       1.380746     -1.026974       1.641331 51600 
     H       1.881039     -1.993064       1.638433 51601 
     H       0.642504     -1.023928       2.441745 51602 
     H       2.104761     -0.235683       1.814620 51603 
     C       1.771284     -0.925070      -0.796708 51604 
     O       2.391686     -0.039502      -1.252526 51605 
     H      -3.546848      1.110203      -0.619436 51606 
     H      -0.248910      0.743877      -0.875033 51607 
     O       0.902033      1.543086       0.619137 51608 
     O       1.137273      2.487615      -0.411309 51609 
     H       1.875517      2.071112      -0.882238 51610 
     H      -1.217548      0.193919       1.958749 51611 
     H      -1.526735      1.729688       1.111411 51612 
Rotational constants (GHz):    1.1213200    0.8394200    0.6536900 51613 
Vibrational harmonic frequencies (cm-1): 51614 
       45.7456                   63.0216                   93.3929             51615 
      112.5882                  130.6845                  173.1807             51616 
      182.0648                  192.8875                  213.4221             51617 
      232.3704                  238.5631                  284.3501             51618 
      336.0607                  354.4365                  370.6496             51619 
      405.8242                  435.5112                  445.8592             51620 
      508.4551                  524.4395                  556.2597             51621 
      580.1297                  654.2343                  731.3515             51622 
      864.4177                  928.4768                  954.4709             51623 
     1008.9049                 1032.6207                 1062.1966             51624 
     1084.2253                 1111.8884                 1131.7099             51625 
     1167.7605                 1192.5465                 1257.0442             51626 
     1286.7053                 1342.8474                 1362.7884             51627 
     1392.7819                 1402.7439                 1419.7662             51628 
     1425.4817                 1444.6917                 1472.3891             51629 
     1488.7148                 1499.7038                 1971.3002             51630 
     3080.5676                 3085.7040                 3127.1675             51631 
     3143.6015                 3159.3761                 3181.8863             51632 
     3727.0311                 3757.1263                 3823.3598             51633 
Zero-point correction (Hartree): 0.155502 51634 
 51635 
triHPacyl.ppmmmtmpmd 51636 
-------------------- 51637 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17467147  51638 
Electronic state : 2-A 51639 
Cartesian coordinates (Angs): 51640 
     O       0.965038      2.052950      -0.921227 51641 
     O       0.617544      1.634259       0.387926 51642 
     C      -0.400350      0.657301       0.339052 51643 
     C       0.028174     -0.550186      -0.533080 51644 
     C       1.000305     -1.498904       0.160824 51645 
     O       2.129937     -0.832500       0.685902 51646 
     O       2.788152     -0.194769      -0.406479 51647 
     H       1.839052      1.642096      -1.005649 51648 
     C      -0.667159      0.363828       1.811255 51649 
     H      -1.016551      1.270394       2.301720 51650 
     H       0.263960      0.054115       2.281860 51651 
     H      -1.412744     -0.418289       1.914367 51652 
     C      -1.686877      1.276730      -0.261235 51653 
     O      -2.756227      0.793290      -0.270554 51654 
     H       3.653498     -0.620010      -0.385186 51655 
     H       0.504198     -0.140189      -1.422183 51656 
     O      -1.039703     -1.283915      -1.086960 51657 
     O      -1.796661     -1.885573      -0.042118 51658 
     H      -2.576895     -1.309712      -0.034066 51659 
     H       0.537557     -1.969400       1.027463 51660 
     H       1.298724     -2.271551      -0.551140 51661 
Rotational constants (GHz):    1.2702600    0.8409900    0.6491200 51662 
Vibrational harmonic frequencies (cm-1): 51663 
       75.7001                  103.8021                  124.3030             51664 
      161.2284                  173.5554                  177.5610             51665 
      188.6907                  201.1646                  220.2513             51666 
      245.6725                  268.8200                  285.6168             51667 
      292.9986                  329.6124                  374.5711             51668 
      418.8865                  446.6690                  472.8820             51669 
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      485.0476                  513.8428                  572.6513             51670 
      599.2664                  651.1160                  737.6171             51671 
      875.0916                  939.6123                  948.3576             51672 
      977.0854                 1009.0254                 1062.5050             51673 
     1092.8238                 1111.4003                 1134.5147             51674 
     1181.8545                 1188.1470                 1223.7443             51675 
     1279.1804                 1351.0956                 1370.2970             51676 
     1393.3048                 1400.7024                 1423.1588             51677 
     1440.7821                 1443.8664                 1481.9488             51678 
     1489.8236                 1513.4451                 1970.7320             51679 
     3071.6114                 3089.2282                 3131.9728             51680 
     3148.5016                 3161.4648                 3195.3912             51681 
     3746.8711                 3766.8494                 3837.5606             51682 
Zero-point correction (Hartree): 0.156222 51683 
 51684 
triHPacyl.ppmmmtpmmd 51685 
-------------------- 51686 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17563673  51687 
Electronic state : 2-A 51688 
Cartesian coordinates (Angs): 51689 
     O      -0.805685     -1.818776      -1.107690 51690 
     O      -0.220424     -1.879365       0.185072 51691 
     C       0.685929     -0.817113       0.305112 51692 
     C      -0.010022      0.554614       0.170189 51693 
     C      -1.298736      0.670129       0.982120 51694 
     O      -2.391796      0.007550       0.366006 51695 
     O      -2.696297      0.709385      -0.836900 51696 
     H      -1.666610     -1.419335      -0.903297 51697 
     C       1.380590     -1.026993       1.641463 51698 
     H       1.882745     -1.992116       1.637864 51699 
     H       0.641762     -1.026368       2.441338 51700 
     H       2.102960     -0.234498       1.816059 51701 
     C       1.771591     -0.924430      -0.796514 51702 
     O       2.392046     -0.038734      -1.252043 51703 
     H      -3.546982      1.110407      -0.618745 51704 
     H      -0.249325      0.743838      -0.874831 51705 
     O       0.901485      1.543329       0.619253 51706 
     O       1.136830      2.487636      -0.411376 51707 
     H       1.875246      2.071106      -0.882017 51708 
     H      -1.217825      0.192688       1.958685 51709 
     H      -1.527361      1.728831       1.112160 51710 
Rotational constants (GHz):    1.1213300    0.8394000    0.6536900 51711 
Vibrational harmonic frequencies (cm-1): 51712 
       45.8069                   63.0012                   93.3924             51713 
      112.6416                  130.6639                  173.2017             51714 
      182.0417                  192.8101                  213.3849             51715 
      232.4046                  238.5778                  284.2976             51716 
      336.0424                  354.4718                  370.6764             51717 
      405.8698                  435.5479                  445.9970             51718 
      508.5224                  524.4468                  556.2791             51719 
      580.1629                  654.2530                  731.4208             51720 
      864.5454                  928.4494                  954.4370             51721 
     1008.8997                 1032.6572                 1062.1803             51722 
     1084.2467                 1111.8688                 1131.7545             51723 
     1167.7975                 1192.4996                 1256.9741             51724 
     1286.6972                 1342.8692                 1362.7459             51725 
     1392.8313                 1402.6764                 1419.7810             51726 
     1425.5176                 1444.7329                 1472.4026             51727 
     1488.7069                 1499.7336                 1971.2698             51728 
     3080.6110                 3085.7227                 3127.1548             51729 
     3143.6418                 3159.3518                 3181.9754             51730 
     3726.9885                 3757.0680                 3823.2835             51731 
Zero-point correction (Hartree): 0.155503 51732 
 51733 
triHPacyl.ppmmpmppmd 51734 
-------------------- 51735 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17526532  51736 
Electronic state : 2-A 51737 
Cartesian coordinates (Angs): 51738 
     O      -1.702691      1.687828      -0.864348 51739 
     O      -1.685016      1.180988       0.460550 51740 
     C      -1.110867     -0.111381       0.459179 51741 
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     C       0.279019     -0.116129      -0.209331 51742 
     C       1.095263      1.094818       0.230114 51743 
     O       2.349883      1.163184      -0.422158 51744 
     O       3.226802      0.242450       0.230054 51745 
     H      -2.558192      1.365775      -1.186434 51746 
     C      -1.096396     -0.542590       1.916152 51747 
     H      -2.113136     -0.537777       2.305180 51748 
     H      -0.494609      0.148726       2.502031 51749 
     H      -0.679991     -1.542696       1.995013 51750 
     C      -2.011985     -1.092742      -0.328226 51751 
     O      -3.001420     -0.810015      -0.891386 51752 
     H       4.018362      0.783419       0.331853 51753 
     H       0.173076     -0.098080      -1.294636 51754 
     O       0.871983     -1.346306       0.160261 51755 
     O       1.730938     -1.776990      -0.880634 51756 
     H       2.567587     -1.351901      -0.631806 51757 
     H       0.584868      2.006308      -0.077427 51758 
     H       1.247993      1.105262       1.310166 51759 
Rotational constants (GHz):    1.4872500    0.6356900    0.5578000 51760 
Vibrational harmonic frequencies (cm-1): 51761 
       54.4020                   65.5271                   89.5023             51762 
      140.8771                  159.1522                  172.6404             51763 
      191.3197                  206.4212                  212.6794             51764 
      229.4061                  268.9089                  291.6117             51765 
      315.9584                  329.9028                  377.6538             51766 
      409.1264                  433.3437                  455.3299             51767 
      460.6513                  515.8573                  546.2407             51768 
      577.5953                  709.3019                  768.7468             51769 
      890.2141                  898.9007                  965.4880             51770 
      973.4574                 1044.9483                 1053.0219             51771 
     1079.5450                 1115.0900                 1148.9580             51772 
     1164.2393                 1195.8451                 1249.5259             51773 
     1314.8772                 1333.0245                 1374.9350             51774 
     1397.0219                 1409.4737                 1422.2725             51775 
     1435.5538                 1457.9681                 1476.2810             51776 
     1488.3639                 1500.3903                 1971.3841             51777 
     3082.2575                 3088.2187                 3104.0663             51778 
     3153.1258                 3162.2350                 3185.3091             51779 
     3720.6653                 3762.3374                 3845.5161             51780 
Zero-point correction (Hartree): 0.155933 51781 
 51782 
triHPacyl.ppmmppmppd 51783 
-------------------- 51784 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17739030  51785 
Electronic state : 2-A 51786 
Cartesian coordinates (Angs): 51787 
     O       0.372162     -2.133263      -0.873500 51788 
     O       0.195037     -1.586073       0.423160 51789 
     C       0.554270     -0.208071       0.434446 51790 
     C      -0.296002      0.580074      -0.586798 51791 
     C      -1.660102      1.004282      -0.052047 51792 
     O      -2.354990     -0.063124       0.551730 51793 
     O      -2.598605     -1.042655      -0.449073 51794 
     H       1.286046     -2.452870      -0.832776 51795 
     C       0.410382      0.197568       1.895392 51796 
     H       1.118997     -0.363896       2.502093 51797 
     H      -0.599304     -0.028583       2.228614 51798 
     H       0.600933      1.261428       2.004211 51799 
     C       2.049160     -0.049400       0.065204 51800 
     O       2.796148     -0.908370      -0.210932 51801 
     H      -1.939857     -1.716632      -0.224260 51802 
     H      -0.437058     -0.072670      -1.447782 51803 
     O       0.386421      1.680585      -1.148485 51804 
     O       0.677009      2.621562      -0.119143 51805 
     H       1.632273      2.498505      -0.022015 51806 
     H      -1.553120      1.748355       0.736794 51807 
     H      -2.240605      1.430348      -0.872125 51808 
Rotational constants (GHz):    1.1173300    0.9081300    0.6474600 51809 
Vibrational harmonic frequencies (cm-1): 51810 
       71.2720                  101.3894                  115.6246             51811 
      142.1143                  160.5572                  190.8758             51812 
      207.6602                  220.7347                  237.5499             51813 
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      270.4884                  291.8104                  314.3779             51814 
      330.0966                  349.0665                  391.7779             51815 
      402.5643                  426.5522                  446.0370             51816 
      472.7082                  508.8211                  546.3677             51817 
      629.8219                  690.2205                  729.3179             51818 
      877.3938                  927.1894                  953.7577             51819 
      976.6058                 1020.3340                 1048.5197             51820 
     1103.6308                 1122.6773                 1130.6052             51821 
     1165.1390                 1189.0883                 1234.7317             51822 
     1282.1706                 1348.4491                 1382.3834             51823 
     1401.4977                 1410.6982                 1419.9018             51824 
     1425.2117                 1429.7583                 1484.6121             51825 
     1493.8453                 1511.1087                 1981.7250             51826 
     3079.6616                 3087.7721                 3125.6759             51827 
     3146.5935                 3165.9231                 3188.5252             51828 
     3769.4031                 3773.2945                 3774.2856             51829 
Zero-point correction (Hartree): 0.156464 51830 
 51831 
triHPacyl.ppmmpppmpd 51832 
-------------------- 51833 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17782661  51834 
Electronic state : 2-A 51835 
Cartesian coordinates (Angs): 51836 
     O       0.147057     -1.807437      -1.234280 51837 
     O      -0.082079     -1.590550       0.150683 51838 
     C       0.447172     -0.328651       0.531221 51839 
     C      -0.213599      0.827065      -0.250099 51840 
     C      -1.630920      1.154858       0.227122 51841 
     O      -2.439376      0.024042       0.426288 51842 
     O      -2.639706     -0.585996      -0.840466 51843 
     H       0.983344     -2.296435      -1.223373 51844 
     C       0.247265     -0.241263       2.036464 51845 
     H       0.853345     -0.989984       2.542970 51846 
     H      -0.801177     -0.416550       2.266404 51847 
     H       0.542124      0.749192       2.378888 51848 
     C       1.972984     -0.322120       0.289201 51849 
     O       2.625351     -1.225748      -0.074139 51850 
     H      -2.038431     -1.343847      -0.789158 51851 
     H      -0.219636      0.577193      -1.309346 51852 
     O       0.491179      2.036426      -0.054778 51853 
     O       1.535572      2.119079      -1.012377 51854 
     H       2.316930      1.942083      -0.469124 51855 
     H      -1.590148      1.642922       1.202117 51856 
     H      -2.087755      1.837574      -0.490285 51857 
Rotational constants (GHz):    1.1459100    0.8500700    0.6585500 51858 
Vibrational harmonic frequencies (cm-1): 51859 
       64.4086                   93.9865                   94.6775             51860 
      156.4888                  160.3543                  182.1203             51861 
      212.3393                  221.1637                  250.6499             51862 
      264.3501                  288.6473                  319.7596             51863 
      346.8735                  353.0335                  382.2052             51864 
      408.4480                  424.8271                  451.3017             51865 
      479.0641                  507.1003                  518.5367             51866 
      616.7739                  688.7813                  734.0696             51867 
      870.0882                  927.3309                  958.7698             51868 
     1014.5985                 1023.6803                 1046.9127             51869 
     1096.5285                 1135.1283                 1141.6770             51870 
     1164.2943                 1194.7069                 1239.4822             51871 
     1291.1574                 1340.6050                 1386.7231             51872 
     1401.6549                 1412.4387                 1416.3221             51873 
     1421.4582                 1423.2100                 1482.1266             51874 
     1492.4179                 1512.5444                 1975.3257             51875 
     3079.9434                 3082.2479                 3125.7723             51876 
     3139.5431                 3160.4913                 3174.3333             51877 
     3772.4999                 3776.3564                 3779.4810             51878 
Zero-point correction (Hartree): 0.156464 51879 
 51880 
triHPacyl.ppmmptmppd 51881 
-------------------- 51882 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20356538  51883 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.08639611  51884 
     T1 diagnostic:  0.015734  51885 
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E(MP2/Aug-CC-pVTZ) (Hartree): -721.05219627  51886 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.06792863  51887 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05451563  51888 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.06921341  51889 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51826714  51890 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.51454203  51891 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17835025  51892 
Electronic state : 2-A 51893 
Cartesian coordinates (Angs): 51894 
     O       0.731442      2.155786      -0.972502 51895 
     O       0.651458      1.613527       0.336652 51896 
     C      -0.344713      0.596190       0.370433 51897 
     C       0.055599     -0.553010      -0.590657 51898 
     C       1.059918     -1.528534       0.021974 51899 
     O       2.154742     -0.883866       0.628979 51900 
     O       2.858789     -0.177133      -0.382891 51901 
     H       0.114001      2.899367      -0.920418 51902 
     C      -0.468097      0.235434       1.845216 51903 
     H      -0.830746      1.094182       2.407076 51904 
     H       0.512420     -0.045682       2.222792 51905 
     H      -1.158230     -0.595566       1.960928 51906 
     C      -1.685709      1.221851      -0.067145 51907 
     O      -2.745543      0.723992      -0.066887 51908 
     H       2.571213      0.732658      -0.214317 51909 
     H       0.498746     -0.084405      -1.468801 51910 
     O      -1.036496     -1.255030      -1.137007 51911 
     O      -1.722756     -1.940081      -0.092596 51912 
     H      -2.535262     -1.415865      -0.038105 51913 
     H       0.596143     -2.103213       0.822773 51914 
     H       1.396634     -2.210620      -0.760828 51915 
Rotational constants (GHz):    1.2284200    0.8602800    0.6524200 51916 
Vibrational harmonic frequencies (cm-1): 51917 
       81.0380                  113.5137                  118.9467             51918 
      169.8670                  177.7743                  188.2426             51919 
      198.6719                  214.3119                  234.0857             51920 
      268.5654                  271.5792                  287.1310             51921 
      316.6428                  339.0072                  375.4051             51922 
      418.7771                  424.1145                  456.5860             51923 
      473.8700                  510.5907                  583.4386             51924 
      595.1478                  653.6644                  735.3486             51925 
      876.1182                  930.8647                  954.6028             51926 
      977.4126                 1011.4339                 1045.9948             51927 
     1097.2710                 1122.9389                 1134.5074             51928 
     1170.0137                 1183.7470                 1219.3341             51929 
     1283.1550                 1348.3190                 1380.1737             51930 
     1396.6660                 1407.9799                 1414.8280             51931 
     1423.3516                 1438.9122                 1482.0814             51932 
     1491.0092                 1509.0402                 1988.6990             51933 
     3077.8552                 3087.3797                 3127.4273             51934 
     3147.3755                 3165.2693                 3185.9791             51935 
     3772.2701                 3778.8159                 3784.3732             51936 
Zero-point correction (Hartree): 0.156331 51937 
 51938 
triHPacyl.ppmmptpmpd 51939 
-------------------- 51940 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17671589  51941 
Electronic state : 2-A 51942 
Cartesian coordinates (Angs): 51943 
     O      -0.495027     -1.751321      -1.460929 51944 
     O      -0.620364     -1.613291      -0.052628 51945 
     C       0.307328     -0.637113       0.401072 51946 
     C      -0.012420      0.746320      -0.214103 51947 
     C      -1.230561      1.420989       0.428410 51948 
     O      -2.332831      0.572193       0.614122 51949 
     O      -2.800273      0.190284      -0.671071 51950 
     H       0.140972     -2.477142      -1.536086 51951 
     C       0.237558     -0.669238       1.919881 51952 
     H       0.611817     -1.617888       2.299386 51953 
     H      -0.796904     -0.544867       2.232466 51954 
     H       0.848928      0.140453       2.315213 51955 
     C       1.720665     -1.116499       0.008355 51956 
     O       2.751069     -0.642367       0.300765 51957 
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     H      -2.453820     -0.711681      -0.739754 51958 
     H      -0.168451      0.623738      -1.283592 51959 
     O       1.030677      1.672370       0.006484 51960 
     O       1.898925      1.670917      -1.118583 51961 
     H       2.699544      1.281060      -0.742594 51962 
     H      -0.973015      1.766456       1.430714 51963 
     H      -1.501896      2.282847      -0.182712 51964 
Rotational constants (GHz):    1.2343900    0.7984900    0.6641800 51965 
Vibrational harmonic frequencies (cm-1): 51966 
       52.4384                   95.6166                   97.8453             51967 
      157.9745                  167.9590                  182.5840             51968 
      197.9620                  208.8647                  249.2703             51969 
      255.0764                  270.0062                  290.4929             51970 
      313.2078                  348.2161                  376.0350             51971 
      397.6490                  438.5873                  463.5047             51972 
      472.9970                  491.3861                  517.3241             51973 
      599.7900                  671.3175                  717.7602             51974 
      871.5833                  929.4909                  957.3900             51975 
     1006.4577                 1022.2716                 1044.2356             51976 
     1090.2063                 1133.8844                 1140.5963             51977 
     1170.3439                 1188.6191                 1223.9325             51978 
     1289.2375                 1339.4152                 1379.5141             51979 
     1397.0431                 1404.6898                 1409.9772             51980 
     1420.0853                 1426.7524                 1479.6600             51981 
     1490.5742                 1511.5761                 1984.2091             51982 
     3076.9244                 3079.7098                 3127.1771             51983 
     3143.7032                 3160.1709                 3171.0840             51984 
     3778.9997                 3783.6362                 3810.2747             51985 
Zero-point correction (Hartree): 0.156003 51986 
 51987 
triHPacyl.ppmpmtpmmd 51988 
-------------------- 51989 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17596147  51990 
Electronic state : 2-A 51991 
Cartesian coordinates (Angs): 51992 
     O      -0.970436     -1.455122      -1.477771 51993 
     O      -0.909736     -1.452258      -0.059648 51994 
     C       0.246165     -0.753667       0.353080 51995 
     C       0.283023      0.689327      -0.196270 51996 
     C      -0.979218      1.514767       0.066726 51997 
     O      -2.135925      0.955293      -0.537707 51998 
     O      -2.941122      0.338533       0.455245 51999 
     H      -1.549331     -0.690127      -1.643768 52000 
     C       0.243596     -0.830341       1.870935 52001 
     H       0.291763     -1.869988       2.188383 52002 
     H      -0.675493     -0.387879       2.254317 52003 
     H       1.097049     -0.284972       2.265833 52004 
     C       1.490509     -1.521334      -0.151348 52005 
     O       2.573408     -1.096913      -0.300122 52006 
     H      -2.570333     -0.558787       0.481014 52007 
     H       0.470337      0.656608      -1.268479 52008 
     O       1.350734      1.378881       0.430356 52009 
     O       2.319902      1.757094      -0.531713 52010 
     H       2.917960      0.994538      -0.510043 52011 
     H      -1.157100      1.650091       1.132102 52012 
     H      -0.823910      2.493942      -0.387223 52013 
Rotational constants (GHz):    1.2906300    0.7892600    0.6338200 52014 
Vibrational harmonic frequencies (cm-1): 52015 
       40.4845                   78.0863                  106.9047             52016 
      125.4694                  174.8068                  191.6975             52017 
      202.2864                  211.2137                  236.5594             52018 
      252.9779                  276.9204                  326.1562             52019 
      352.2973                  362.9350                  415.0480             52020 
      451.6729                  456.3835                  513.2155             52021 
      526.1240                  543.5781                  569.9606             52022 
      616.2887                  658.1481                  720.0767             52023 
      863.8070                  929.1967                  963.1842             52024 
     1017.3903                 1024.7124                 1061.4066             52025 
     1095.7414                 1113.8157                 1131.7695             52026 
     1172.0606                 1182.3869                 1248.0199             52027 
     1284.4311                 1339.1648                 1375.9094             52028 
     1398.3997                 1404.2721                 1443.3414             52029 
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     1451.2731                 1471.0545                 1482.5295             52030 
     1489.7693                 1504.0343                 1978.4035             52031 
     3079.0577                 3090.0004                 3115.6292             52032 
     3149.4552                 3155.8117                 3176.6185             52033 
     3683.7853                 3723.2044                 3758.7828             52034 
Zero-point correction (Hartree): 0.156664 52035 
 52036 
triHPacyl.ppmpptmpmd 52037 
-------------------- 52038 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17455886  52039 
Electronic state : 2-A 52040 
Cartesian coordinates (Angs): 52041 
     O       0.450726      2.169220      -1.216614 52042 
     O       0.548525      1.688907       0.112549 52043 
     C      -0.354879      0.604084       0.302806 52044 
     C       0.011504     -0.558320      -0.656684 52045 
     C       1.180191     -1.441289      -0.207185 52046 
     O       2.434757     -0.828383      -0.408013 52047 
     O       2.747954     -0.026712       0.721538 52048 
     H      -0.233256      2.849305      -1.132161 52049 
     C      -0.293262      0.314505       1.796980 52050 
     H      -0.662826      1.174141       2.353317 52051 
     H       0.737586      0.122130       2.084382 52052 
     H      -0.899672     -0.557254       2.024796 52053 
     C      -1.782760      1.109616      -0.003254 52054 
     O      -2.793676      0.548374       0.179008 52055 
     H       2.431463      0.846304       0.444005 52056 
     H       0.291492     -0.100481      -1.606497 52057 
     O      -1.099766     -1.350781      -1.011098 52058 
     O      -1.551365     -2.051571       0.144564 52059 
     H      -2.394826     -1.604397       0.307705 52060 
     H       1.087050     -1.785397       0.821770 52061 
     H       1.180991     -2.308364      -0.868775 52062 
Rotational constants (GHz):    1.1998300    0.8462200    0.6446000 52063 
Vibrational harmonic frequencies (cm-1): 52064 
       76.1543                  100.7310                  120.5880             52065 
      156.1505                  180.0981                  182.1408             52066 
      186.3063                  218.3356                  236.0189             52067 
      266.5352                  288.9581                  300.0188             52068 
      323.3147                  346.7362                  365.1492             52069 
      410.5996                  419.8841                  461.0569             52070 
      479.3614                  513.5047                  542.4083             52071 
      604.3598                  643.5141                  754.0272             52072 
      889.5628                  931.8871                  949.1583             52073 
      969.6902                 1021.7619                 1053.0672             52074 
     1080.4982                 1121.9181                 1128.1507             52075 
     1171.7010                 1177.9533                 1222.2038             52076 
     1287.0780                 1338.8666                 1378.4881             52077 
     1404.2285                 1409.2980                 1421.3724             52078 
     1434.8193                 1449.1965                 1479.8117             52079 
     1485.9268                 1514.2316                 1989.4740             52080 
     3088.6492                 3091.6038                 3112.8968             52081 
     3146.9412                 3167.8921                 3190.0474             52082 
     3757.9372                 3774.7357                 3775.8258             52083 
Zero-point correction (Hartree): 0.156266 52084 
 52085 
triHPacyl.ppppppmpmd 52086 
-------------------- 52087 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17480753  52088 
Electronic state : 2-A 52089 
Cartesian coordinates (Angs): 52090 
     O       2.357682     -1.243632      -0.981985 52091 
     O       1.704211     -1.253681       0.274795 52092 
     C       0.824194     -0.147687       0.383503 52093 
     C      -0.225249     -0.199721      -0.747802 52094 
     C      -1.352501     -1.195403      -0.500188 52095 
     O      -2.246132     -0.855099       0.536868 52096 
     O      -3.286534     -0.058121      -0.004585 52097 
     H       3.163261     -0.744860      -0.780911 52098 
     C       0.305568     -0.240120       1.812750 52099 
     H       1.141173     -0.138207       2.503570 52100 
     H      -0.162252     -1.210064       1.963834 52101 
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     H      -0.435303      0.529940       2.000584 52102 
     C       1.617932      1.181319       0.278117 52103 
     O       2.775989      1.293122       0.147821 52104 
     H      -2.927291      0.836428       0.096506 52105 
     H       0.309562     -0.545836      -1.634564 52106 
     O      -0.658522      1.084825      -1.162592 52107 
     O      -1.242398      1.781496      -0.068903 52108 
     H      -0.524975      2.378911       0.190229 52109 
     H      -1.915688     -1.340845      -1.422071 52110 
     H      -0.902504     -2.147083      -0.206794 52111 
Rotational constants (GHz):    1.5621900    0.6767600    0.6009900 52112 
Vibrational harmonic frequencies (cm-1): 52113 
       66.6325                   85.7999                  102.1824             52114 
      155.5483                  177.1708                  207.3057             52115 
      220.1949                  238.7186                  253.3728             52116 
      263.6272                  287.8580                  313.0623             52117 
      325.6477                  348.9211                  372.6897             52118 
      378.6719                  423.4167                  493.4064             52119 
      510.6048                  523.5643                  549.1012             52120 
      610.1763                  709.7683                  821.4852             52121 
      836.0584                  921.8672                  946.7810             52122 
      960.3852                 1010.4377                 1033.8949             52123 
     1053.7694                 1126.0035                 1134.5824             52124 
     1169.7969                 1178.6021                 1237.1035             52125 
     1317.8761                 1356.3835                 1386.2523             52126 
     1405.9514                 1409.3465                 1415.7074             52127 
     1426.9259                 1451.4958                 1463.1987             52128 
     1480.4057                 1503.2178                 1983.8492             52129 
     3071.2657                 3088.2024                 3102.9805             52130 
     3127.6133                 3165.0374                 3197.3782             52131 
     3751.9691                 3758.6352                 3773.0214             52132 
Zero-point correction (Hartree): 0.156476 52133 
 52134 
triHPacyl.pppppppmmd 52135 
-------------------- 52136 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17506389  52137 
Electronic state : 2-A 52138 
Cartesian coordinates (Angs): 52139 
     O       2.013890     -1.120916      -1.394863 52140 
     O       1.455501     -1.441797      -0.130873 52141 
     C       0.775108     -0.315997       0.386493 52142 
     C      -0.334871      0.149495      -0.578853 52143 
     C      -1.421291     -0.905622      -0.773323 52144 
     O      -2.312004     -0.977751       0.321999 52145 
     O      -3.367576     -0.051859       0.113868 52146 
     H       2.915931     -0.867412      -1.150575 52147 
     C       0.274719     -0.745863       1.756883 52148 
     H       1.120547     -0.936993       2.415017 52149 
     H      -0.315546     -1.653515       1.658195 52150 
     H      -0.352386      0.034806       2.180296 52151 
     C       1.770164      0.844697       0.613839 52152 
     O       2.932428      0.808398       0.472200 52153 
     H      -2.949490      0.793145       0.336503 52154 
     H       0.113184      0.377912      -1.544717 52155 
     O      -0.965292      1.317170      -0.074087 52156 
     O      -0.292418      2.467530      -0.554029 52157 
     H       0.310890      2.670283       0.177216 52158 
     H      -1.988480     -0.696929      -1.679278 52159 
     H      -0.953860     -1.887772      -0.856620 52160 
Rotational constants (GHz):    1.3865000    0.6905500    0.5864000 52161 
Vibrational harmonic frequencies (cm-1): 52162 
       44.0522                   69.9361                   91.8200             52163 
      130.0172                  150.7350                  170.1407             52164 
      196.6611                  203.4731                  246.1744             52165 
      272.1674                  275.7110                  290.3680             52166 
      324.1546                  351.2013                  388.3456             52167 
      402.8391                  422.5628                  433.3096             52168 
      491.6076                  508.6623                  539.8749             52169 
      612.7779                  718.3939                  765.4186             52170 
      863.9616                  911.5779                  935.3529             52171 
     1003.4893                 1014.7204                 1050.1392             52172 
     1070.4195                 1124.4719                 1140.5519             52173 
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     1164.4000                 1171.9962                 1243.5966             52174 
     1312.4790                 1353.8523                 1375.7458             52175 
     1397.9659                 1411.3477                 1423.0133             52176 
     1431.3972                 1454.9410                 1469.2520             52177 
     1481.4709                 1499.6103                 1980.2517             52178 
     3084.5446                 3087.7213                 3124.5264             52179 
     3143.2513                 3164.7295                 3178.6469             52180 
     3745.9438                 3769.3556                 3778.1246             52181 
Zero-point correction (Hartree): 0.155971 52182 
 52183 
triHPacyl.pppppptpmd 52184 
-------------------- 52185 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17686176  52186 
Electronic state : 2-A 52187 
Cartesian coordinates (Angs): 52188 
     O       1.937556     -1.211321      -1.248907 52189 
     O       1.547931     -1.232226       0.115282 52190 
     C       0.919936     -0.010188       0.440672 52191 
     C      -0.235004      0.303080      -0.534297 52192 
     C      -1.108482     -0.904890      -0.853943 52193 
     O      -1.851579     -1.382220       0.250757 52194 
     O      -2.947754     -0.498158       0.470101 52195 
     H       2.837795     -0.857623      -1.190147 52196 
     C       0.513167     -0.147764       1.898965 52197 
     H       1.399958     -0.335403       2.502203 52198 
     H      -0.176777     -0.980982       2.006236 52199 
     H       0.042617      0.772715       2.234866 52200 
     C       1.940013      1.153236       0.336385 52201 
     O       3.058292      1.055360      -0.001665 52202 
     H      -2.626299      0.030399       1.214013 52203 
     H       0.179616      0.672590      -1.475391 52204 
     O      -0.965403      1.347888       0.086304 52205 
     O      -1.892002      1.853074      -0.858787 52206 
     H      -2.662735      1.285474      -0.696380 52207 
     H      -1.788360     -0.665510      -1.672693 52208 
     H      -0.479939     -1.741679      -1.154073 52209 
Rotational constants (GHz):    1.4643700    0.6816400    0.6054000 52210 
Vibrational harmonic frequencies (cm-1): 52211 
       50.9273                   69.6401                   92.4066             52212 
      153.6253                  163.0631                  188.4863             52213 
      213.7054                  233.2488                  239.1607             52214 
      256.0967                  295.6857                  313.6660             52215 
      326.3343                  370.8312                  392.5987             52216 
      411.2278                  424.4920                  455.5929             52217 
      485.8654                  545.8991                  568.1011             52218 
      650.0037                  713.9674                  809.1070             52219 
      836.2988                  899.1781                  938.7557             52220 
      973.4134                 1026.8696                 1046.8727             52221 
     1059.5449                 1110.5733                 1147.8626             52222 
     1160.6315                 1204.4446                 1257.3621             52223 
     1304.1093                 1363.4270                 1384.7036             52224 
     1401.0970                 1411.3043                 1418.6146             52225 
     1422.2335                 1452.9754                 1478.1632             52226 
     1491.3358                 1503.1320                 1974.0168             52227 
     3075.4748                 3085.6036                 3089.5479             52228 
     3152.2924                 3163.5955                 3181.7537             52229 
     3727.7228                 3770.3277                 3787.4999             52230 
Zero-point correction (Hartree): 0.156566 52231 
 52232 
triHPacyl.pppppptppd 52233 
-------------------- 52234 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17570490  52235 
Electronic state : 2-A 52236 
Cartesian coordinates (Angs): 52237 
     O       1.913869     -1.274171      -1.227165 52238 
     O       1.537475     -1.248888       0.141249 52239 
     C       0.944165     -0.001750       0.442952 52240 
     C      -0.216204      0.318299      -0.524225 52241 
     C      -1.113604     -0.881134      -0.809587 52242 
     O      -1.868793     -1.308455       0.309472 52243 
     O      -2.988233     -0.435750       0.449752 52244 
     H       2.816711     -0.924301      -1.188068 52245 
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     C       0.549893     -0.089928       1.907970 52246 
     H       1.438062     -0.287510       2.506052 52247 
     H      -0.168730     -0.893433       2.042539 52248 
     H       0.101807      0.848899       2.220674 52249 
     C       1.993506      1.128254       0.294762 52250 
     O       3.104632      0.992617      -0.056041 52251 
     H      -3.719680     -1.050629       0.315261 52252 
     H       0.196069      0.648066      -1.482154 52253 
     O      -0.903353      1.391535       0.082371 52254 
     O      -1.878738      1.860180      -0.832072 52255 
     H      -2.661417      1.387568      -0.509509 52256 
     H      -1.785662     -0.649738      -1.636191 52257 
     H      -0.498556     -1.737913      -1.080358 52258 
Rotational constants (GHz):    1.4833600    0.6713100    0.5948600 52259 
Vibrational harmonic frequencies (cm-1): 52260 
       41.6000                   64.5897                   87.1579             52261 
      153.6611                  171.0482                  187.1634             52262 
      201.3924                  205.2157                  232.4864             52263 
      250.6881                  267.2169                  295.2399             52264 
      308.3163                  325.3190                  371.4039             52265 
      400.5289                  422.0721                  453.8893             52266 
      485.8692                  501.4323                  566.1878             52267 
      650.4479                  715.7077                  802.0274             52268 
      835.9809                  896.1314                  938.1362             52269 
      977.8149                 1025.8270                 1047.6626             52270 
     1057.4388                 1109.3254                 1149.5089             52271 
     1162.2713                 1207.1310                 1257.6998             52272 
     1306.7730                 1366.5449                 1384.7044             52273 
     1396.9694                 1410.8807                 1420.6816             52274 
     1424.1639                 1452.7201                 1471.1256             52275 
     1488.4321                 1497.2319                 1970.8851             52276 
     3063.7217                 3088.7948                 3091.9178             52277 
     3152.3899                 3169.6736                 3189.7809             52278 
     3761.6771                 3765.8069                 3825.7824             52279 
Zero-point correction (Hartree): 0.156114 52280 
 52281 
triHPacyl.ppppptmpmd 52282 
-------------------- 52283 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17581685  52284 
Electronic state : 2-A 52285 
Cartesian coordinates (Angs): 52286 
     O       2.468439     -1.377890      -0.897649 52287 
     O       1.785648     -1.311092       0.342963 52288 
     C       0.955867     -0.161178       0.367050 52289 
     C      -0.108396     -0.295054      -0.751232 52290 
     C      -1.190072     -1.322391      -0.424662 52291 
     O      -2.086509     -0.956511       0.600541 52292 
     O      -3.168023     -0.241571       0.026036 52293 
     H       3.301081     -0.931252      -0.689684 52294 
     C       0.451266     -0.105420       1.804276 52295 
     H       1.293806      0.045697       2.477007 52296 
     H      -0.032637     -1.048179       2.049310 52297 
     H      -0.272938      0.693902       1.920230 52298 
     C       1.834560      1.086457       0.137049 52299 
     O       1.510192      2.212421       0.153151 52300 
     H      -2.840886      0.671185       0.050777 52301 
     H       0.426547     -0.673766      -1.624379 52302 
     O      -0.600129      0.938704      -1.235095 52303 
     O      -1.224882      1.668306      -0.185745 52304 
     H      -0.559574      2.348770      -0.002803 52305 
     H      -1.756189     -1.546027      -1.329089 52306 
     H      -0.696435     -2.233743      -0.079865 52307 
Rotational constants (GHz):    1.3369100    0.7710400    0.6284600 52308 
Vibrational harmonic frequencies (cm-1): 52309 
       77.3709                   88.0964                  112.1674             52310 
      170.1989                  184.8452                  189.1949             52311 
      211.4432                  235.1819                  246.6258             52312 
      271.8008                  276.7381                  280.8172             52313 
      310.6246                  343.9074                  351.5742             52314 
      411.8419                  450.6464                  465.2088             52315 
      505.8470                  519.3526                  532.2204             52316 
      643.4169                  668.1704                  831.9004             52317 



740 
 

      834.8963                  922.7394                  940.3424             52318 
      960.5444                 1005.3149                 1031.0336             52319 
     1051.7158                 1127.8092                 1129.0530             52320 
     1174.1786                 1182.4193                 1222.7471             52321 
     1318.7246                 1346.1442                 1386.1558             52322 
     1404.1475                 1408.6967                 1414.3468             52323 
     1425.1199                 1458.8393                 1462.3076             52324 
     1478.2178                 1496.3251                 1985.1385             52325 
     3072.9382                 3087.9964                 3102.7450             52326 
     3127.6447                 3163.4892                 3198.2030             52327 
     3743.6538                 3758.1186                 3788.3422             52328 
Zero-point correction (Hartree): 0.156258 52329 
 52330 
triHPacyl.ppppptpmmd 52331 
-------------------- 52332 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17463355  52333 
Electronic state : 2-A 52334 
Cartesian coordinates (Angs): 52335 
     O       2.001558     -1.456153      -1.313535 52336 
     O       1.468210     -1.609599      -0.005682 52337 
     C       0.910648     -0.377914       0.394938 52338 
     C      -0.211860      0.056506      -0.575949 52339 
     C      -1.299922     -1.006410      -0.726205 52340 
     O      -2.161953     -1.046851       0.393045 52341 
     O      -3.219772     -0.121705       0.189853 52342 
     H       2.945040     -1.354909      -1.127624 52343 
     C       0.458230     -0.583682       1.832202 52344 
     H       1.321982     -0.755065       2.472105 52345 
     H      -0.201901     -1.446702       1.879049 52346 
     H      -0.083643      0.295648       2.171248 52347 
     C       2.027702      0.688362       0.408189 52348 
     O       1.917787      1.846047       0.557466 52349 
     H      -2.782340      0.727198       0.353545 52350 
     H       0.223840      0.259933      -1.552219 52351 
     O      -0.812790      1.248396      -0.082537 52352 
     O      -0.476391      2.350143      -0.908083 52353 
     H       0.265419      2.735210      -0.418503 52354 
     H      -1.888778     -0.811859      -1.622078 52355 
     H      -0.841600     -1.992849      -0.798783 52356 
Rotational constants (GHz):    1.1833200    0.7862900    0.6166500 52357 
Vibrational harmonic frequencies (cm-1): 52358 
       30.9136                   61.0433                   73.8458             52359 
      114.8844                  154.3927                  174.8115             52360 
      190.6650                  205.8042                  237.1803             52361 
      261.4513                  267.4759                  281.5261             52362 
      288.8578                  347.0485                  378.0648             52363 
      418.4728                  434.6185                  450.6590             52364 
      466.7791                  507.4045                  516.5944             52365 
      635.7973                  670.1876                  776.0324             52366 
      863.0832                  908.1692                  941.9859             52367 
      996.1902                 1007.3108                 1049.5941             52368 
     1068.8603                 1118.7740                 1131.1742             52369 
     1158.6232                 1180.9636                 1241.5105             52370 
     1306.6777                 1349.6024                 1360.3666             52371 
     1395.9564                 1405.9801                 1408.9385             52372 
     1439.8620                 1455.5888                 1468.9358             52373 
     1483.6105                 1496.6363                 1980.4099             52374 
     3084.3209                 3088.1747                 3130.9412             52375 
     3144.5960                 3164.3994                 3179.1959             52376 
     3765.7117                 3770.5438                 3799.8623             52377 
Zero-point correction (Hartree): 0.155578 52378 
 52379 
triHPacyl.pppppttmmd 52380 
-------------------- 52381 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17433693  52382 
Electronic state : 2-A 52383 
Cartesian coordinates (Angs): 52384 
     O       1.882285     -1.512995      -1.269841 52385 
     O       1.478700     -1.492479       0.092241 52386 
     C       0.996784     -0.204149       0.388935 52387 
     C      -0.158882      0.185286      -0.561043 52388 
     C      -1.146580     -0.943558      -0.826202 52389 
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     O      -1.823198     -1.346073       0.345915 52390 
     O      -2.947862     -0.498269       0.534867 52391 
     H       2.835472     -1.366838      -1.193269 52392 
     C       0.648966     -0.231081       1.869571 52393 
     H       1.543559     -0.465976       2.443511 52394 
     H      -0.107003     -0.992575       2.043960 52395 
     H       0.268949      0.740252       2.175028 52396 
     C       2.145036      0.819063       0.185300 52397 
     O       2.063292      1.985137       0.216784 52398 
     H      -2.543182      0.318759       0.860997 52399 
     H       0.261335      0.514704      -1.513863 52400 
     O      -0.791266      1.292101       0.069977 52401 
     O      -1.564837      1.967164      -0.912555 52402 
     H      -1.062324      2.786300      -1.013990 52403 
     H      -1.873661     -0.623796      -1.573188 52404 
     H      -0.612003     -1.820882      -1.187654 52405 
Rotational constants (GHz):    1.2042600    0.7910700    0.6283700 52406 
Vibrational harmonic frequencies (cm-1): 52407 
       48.3034                   50.0233                   69.6913             52408 
       93.5990                  145.9638                  158.5293             52409 
      198.7992                  218.7258                  229.4602             52410 
      246.2233                  271.3426                  274.4294             52411 
      291.2820                  311.1994                  348.5983             52412 
      367.5983                  401.6431                  420.1278             52413 
      471.0596                  514.7725                  530.2216             52414 
      634.5513                  681.9159                  805.1001             52415 
      844.3198                  899.7327                  948.1015             52416 
      981.0051                 1019.3662                 1045.0287             52417 
     1056.3854                 1114.7390                 1138.1732             52418 
     1152.0071                 1203.2788                 1255.4031             52419 
     1301.4513                 1365.3200                 1369.0238             52420 
     1398.8060                 1405.4417                 1407.4006             52421 
     1414.9888                 1435.5955                 1469.2912             52422 
     1489.4319                 1498.6501                 1990.3939             52423 
     3078.8713                 3086.1078                 3092.8716             52424 
     3151.6810                 3166.3923                 3182.4177             52425 
     3774.3108                 3792.3772                 3807.7905             52426 
Zero-point correction (Hartree): 0.155187 52427 
 52428 
triHPacyl.pppppttpmd 52429 
-------------------- 52430 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17615700  52431 
Electronic state : 2-A 52432 
Cartesian coordinates (Angs): 52433 
     O       1.855592     -1.647531      -1.162518 52434 
     O       1.527735     -1.435922       0.201648 52435 
     C       1.025403     -0.126733       0.352416 52436 
     C      -0.156180      0.127937      -0.609269 52437 
     C      -1.128586     -1.044177      -0.699656 52438 
     O      -1.831060     -1.295963       0.501338 52439 
     O      -2.847936     -0.307216       0.641753 52440 
     H       2.769796     -1.330191      -1.200520 52441 
     C       0.704040      0.016213       1.830924 52442 
     H       1.606898     -0.153869       2.414583 52443 
     H      -0.046694     -0.719526       2.110662 52444 
     H       0.337636      1.020949       2.025297 52445 
     C       2.152616      0.877656      -0.014735 52446 
     O       2.156134      2.030371       0.168468 52447 
     H      -2.440759      0.304099       1.271677 52448 
     H       0.230813      0.317390      -1.613759 52449 
     O      -0.777438      1.306188      -0.125526 52450 
     O      -1.720954      1.729498      -1.093548 52451 
     H      -2.517976      1.255024      -0.806679 52452 
     H      -1.840471     -0.873043      -1.508413 52453 
     H      -0.579584     -1.961600      -0.903841 52454 
Rotational constants (GHz):    1.2418700    0.7748300    0.6301700 52455 
Vibrational harmonic frequencies (cm-1): 52456 
       50.2119                   71.2324                   85.6512             52457 
      140.7758                  165.8422                  172.9630             52458 
      207.7362                  235.5712                  240.2327             52459 
      251.0374                  270.4795                  279.0354             52460 
      313.8197                  347.5723                  369.9412             52461 
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      399.3200                  416.6035                  466.8708             52462 
      501.9195                  533.5346                  550.9200             52463 
      640.7310                  686.8088                  807.8636             52464 
      833.0271                  897.5072                  946.1206             52465 
      972.1876                 1022.3529                 1048.3868             52466 
     1057.3398                 1109.3573                 1138.7038             52467 
     1161.4086                 1212.9603                 1251.4039             52468 
     1301.9105                 1362.4137                 1379.6853             52469 
     1399.3358                 1410.4368                 1411.1429             52470 
     1416.6766                 1453.0674                 1477.2819             52471 
     1490.9391                 1502.6689                 2001.8839             52472 
     3074.8584                 3084.6261                 3089.1621             52473 
     3155.6327                 3163.3413                 3179.3348             52474 
     3729.2407                 3774.3406                 3784.9226             52475 
Zero-point correction (Hartree): 0.156055 52476 
 52477 
triHPacyl.pppppttppd 52478 
-------------------- 52479 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17484627  52480 
Electronic state : 2-A 52481 
Cartesian coordinates (Angs): 52482 
     O       1.797673     -1.709930      -1.154454 52483 
     O       1.481360     -1.476561       0.209397 52484 
     C       1.040212     -0.143577       0.355461 52485 
     C      -0.136042      0.162580      -0.598871 52486 
     C      -1.143587     -0.978834      -0.697259 52487 
     O      -1.854073     -1.216189       0.503660 52488 
     O      -2.884102     -0.234596       0.610190 52489 
     H       2.716323     -1.406360      -1.201071 52490 
     C       0.733199      0.025255       1.833784 52491 
     H       1.626335     -0.198536       2.414307 52492 
     H      -0.066980     -0.653909       2.116311 52493 
     H       0.422758      1.049027       2.021954 52494 
     C       2.212468      0.800903      -0.026338 52495 
     O       2.274410      1.954830       0.138123 52496 
     H      -3.671100     -0.792878       0.602963 52497 
     H       0.252403      0.336730      -1.606801 52498 
     O      -0.700680      1.356019      -0.101684 52499 
     O      -1.685332      1.791293      -1.022102 52500 
     H      -2.484257      1.436381      -0.603057 52501 
     H      -1.847809     -0.777593      -1.504913 52502 
     H      -0.619225     -1.909751      -0.905394 52503 
Rotational constants (GHz):    1.2570800    0.7629300    0.6183000 52504 
Vibrational harmonic frequencies (cm-1): 52505 
       44.0297                   65.6750                   80.0892             52506 
      142.1778                  165.0404                  178.1574             52507 
      187.8783                  206.7786                  230.3236             52508 
      247.0379                  266.4240                  275.9243             52509 
      290.8500                  308.2895                  350.5710             52510 
      367.6335                  408.0553                  470.0254             52511 
      487.1162                  505.9961                  535.0334             52512 
      640.9287                  686.3516                  801.2640             52513 
      832.1553                  894.2838                  944.8592             52514 
      976.0235                 1021.9044                 1049.1188             52515 
     1055.2203                 1108.4590                 1138.3910             52516 
     1163.9162                 1214.6105                 1251.4122             52517 
     1304.7127                 1365.0893                 1379.9680             52518 
     1395.4227                 1406.0940                 1409.8247             52519 
     1422.0889                 1452.0683                 1470.9676             52520 
     1486.8420                 1495.5164                 2002.3730             52521 
     3062.7366                 3089.0514                 3092.3327             52522 
     3155.4277                 3169.8367                 3188.1367             52523 
     3755.0788                 3769.3800                 3826.1892             52524 
Zero-point correction (Hartree): 0.155579 52525 
 52526 
triHPacyl.pptmppmmpd 52527 
-------------------- 52528 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17663300  52529 
Electronic state : 2-A 52530 
Cartesian coordinates (Angs): 52531 
     O      -1.702611      1.913064      -0.002349 52532 
     O      -1.628112      0.840871       0.924399 52533 
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     C      -1.060076     -0.291396       0.289922 52534 
     C       0.292716      0.067254      -0.366049 52535 
     C       1.170098      0.914258       0.545878 52536 
     O       2.315754      1.401096      -0.125786 52537 
     O       3.258705      0.340186      -0.261344 52538 
     H      -2.586391      1.784540      -0.378236 52539 
     C      -1.020860     -1.360447       1.368124 52540 
     H      -2.022162     -1.474245       1.781445 52541 
     H      -0.338012     -1.069365       2.162609 52542 
     H      -0.689184     -2.302872       0.944445 52543 
     C      -1.999792     -0.790000      -0.836333 52544 
     O      -3.023362     -0.304978      -1.140430 52545 
     H       3.200459      0.150793      -1.207562 52546 
     H       0.094964      0.652692      -1.265973 52547 
     O       0.951606     -1.074035      -0.885288 52548 
     O       1.523148     -1.835534       0.169712 52549 
     H       2.396844     -1.418997       0.245889 52550 
     H       0.625007      1.813350       0.826782 52551 
     H       1.464934      0.380733       1.450048 52552 
Rotational constants (GHz):    1.5033400    0.6614700    0.5617200 52553 
Vibrational harmonic frequencies (cm-1): 52554 
       55.5271                   71.3248                  102.1723             52555 
      134.3823                  174.0644                  195.7795             52556 
      212.8223                  228.2095                  258.6453             52557 
      276.8494                  296.2451                  302.3022             52558 
      326.1005                  348.2262                  377.6248             52559 
      381.2715                  422.4745                  465.4636             52560 
      510.6804                  552.4447                  577.0292             52561 
      635.2355                  724.0917                  756.2452             52562 
      849.8882                  911.9998                  947.1889             52563 
      967.5584                 1002.2899                 1048.4895             52564 
     1092.7278                 1114.8224                 1148.8349             52565 
     1171.5044                 1176.3034                 1248.7808             52566 
     1302.8042                 1339.8404                 1377.8859             52567 
     1405.1688                 1415.3881                 1421.3815             52568 
     1423.2646                 1456.4615                 1475.2713             52569 
     1484.4574                 1496.4391                 1972.8903             52570 
     3085.7757                 3091.6347                 3100.8340             52571 
     3160.1747                 3162.9638                 3192.1336             52572 
     3726.7323                 3768.0830                 3804.6097             52573 
Zero-point correction (Hartree): 0.156578 52574 
 52575 
triHPacyl.pptmpppmpd 52576 
-------------------- 52577 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17541334  52578 
Electronic state : 2-A 52579 
Cartesian coordinates (Angs): 52580 
     O       1.658355     -1.478613      -1.310884 52581 
     O       1.532088     -1.433564       0.100348 52582 
     C       0.958208     -0.200865       0.484498 52583 
     C      -0.401707      0.029372      -0.207573 52584 
     C      -1.406560     -1.058686       0.147730 52585 
     O      -2.592141     -0.907708      -0.597905 52586 
     O      -3.463054     -0.036411       0.107966 52587 
     H       2.565224     -1.162904      -1.437419 52588 
     C       0.866568     -0.255790       2.001835 52589 
     H       1.862234     -0.238905       2.440818 52590 
     H       0.372334     -1.177743       2.300148 52591 
     H       0.296739      0.597010       2.364162 52592 
     C       1.910827      0.962386       0.123817 52593 
     O       2.957064      0.873027      -0.394946 52594 
     H      -3.085194      0.834032      -0.084027 52595 
     H      -0.271310      0.044433      -1.288273 52596 
     O      -0.964752      1.269777       0.194978 52597 
     O      -0.491332      2.295852      -0.664736 52598 
     H       0.241156      2.671486      -0.154021 52599 
     H      -0.986030     -2.024846      -0.132653 52600 
     H      -1.648998     -1.059955       1.210864 52601 
Rotational constants (GHz):    1.3915400    0.6559600    0.5626000 52602 
Vibrational harmonic frequencies (cm-1): 52603 
       37.1966                   60.5998                   93.6410             52604 
      120.0351                  148.7769                  171.0823             52605 
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      194.2785                  212.3066                  237.9574             52606 
      261.2812                  273.4435                  299.9921             52607 
      337.6627                  350.1919                  364.4924             52608 
      399.0786                  401.1465                  424.6956             52609 
      476.5404                  508.2437                  556.1636             52610 
      580.0350                  712.0724                  742.9911             52611 
      869.1011                  900.3090                  956.6015             52612 
      977.8237                 1045.8604                 1051.4377             52613 
     1094.3703                 1131.8066                 1140.6358             52614 
     1176.5054                 1181.4691                 1243.6888             52615 
     1310.6939                 1335.3527                 1376.8679             52616 
     1408.5926                 1412.7674                 1425.6509             52617 
     1429.0707                 1446.0958                 1467.5416             52618 
     1487.4917                 1506.5312                 1981.3327             52619 
     3081.2240                 3085.0085                 3128.0372             52620 
     3143.1664                 3162.0275                 3173.5862             52621 
     3758.5135                 3777.6455                 3779.0338             52622 
Zero-point correction (Hartree): 0.155849 52623 
 52624 
triHPacyl.pptmptmmmd 52625 
-------------------- 52626 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17453679  52627 
Electronic state : 2-A 52628 
Cartesian coordinates (Angs): 52629 
     O      -1.500647      2.217508      -0.363134 52630 
     O      -1.526887      1.339093       0.751403 52631 
     C      -1.165434      0.040045       0.319921 52632 
     C       0.202514      0.058841      -0.405640 52633 
     C       1.201991      0.967108       0.303189 52634 
     O       2.399253      1.106501      -0.439499 52635 
     O       3.224571     -0.031475      -0.205168 52636 
     H      -2.391653      2.105912      -0.726073 52637 
     C      -1.252280     -0.831215       1.560155 52638 
     H      -2.249920     -0.741308       1.986970 52639 
     H      -0.518949     -0.510207       2.296692 52640 
     H      -1.057549     -1.865138       1.292440 52641 
     C      -2.227220     -0.448477      -0.699109 52642 
     O      -2.338099     -1.522757      -1.142755 52643 
     H       3.991587      0.377593       0.213103 52644 
     H       0.059741      0.456980      -1.412021 52645 
     O       0.683353     -1.242120      -0.658284 52646 
     O       1.213885     -1.811243       0.531646 52647 
     H       2.151363     -1.586893       0.425337 52648 
     H       0.791836      1.974127       0.343744 52649 
     H       1.422681      0.627063       1.315036 52650 
Rotational constants (GHz):    1.3257100    0.7218500    0.5758200 52651 
Vibrational harmonic frequencies (cm-1): 52652 
       50.9890                   78.8791                   88.1069             52653 
      146.9373                  156.5679                  186.0752             52654 
      220.9270                  227.4040                  244.7665             52655 
      259.0228                  268.0873                  277.8029             52656 
      294.8264                  318.7271                  331.7691             52657 
      350.7991                  420.9508                  478.1426             52658 
      488.4819                  515.4527                  558.5291             52659 
      620.1038                  675.6794                  768.9363             52660 
      844.3673                  909.6212                  948.8061             52661 
      965.1374                 1002.7735                 1047.1300             52662 
     1081.1341                 1112.3183                 1155.3698             52663 
     1165.2415                 1186.8882                 1239.7841             52664 
     1306.9240                 1341.0442                 1381.1537             52665 
     1393.4501                 1408.6875                 1411.0532             52666 
     1423.6941                 1463.7751                 1465.6000             52667 
     1484.9952                 1494.7595                 2000.7644             52668 
     3085.3046                 3093.0816                 3102.1959             52669 
     3159.8622                 3163.5848                 3191.1231             52670 
     3747.5140                 3770.8858                 3827.7438             52671 
Zero-point correction (Hartree): 0.155835 52672 
 52673 
triHPacyl.pptmptmmpd 52674 
-------------------- 52675 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17603390  52676 
Electronic state : 2-A 52677 
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Cartesian coordinates (Angs): 52678 
     O      -1.516669      2.191679      -0.413291 52679 
     O      -1.569694      1.326374       0.710533 52680 
     C      -1.165526      0.030632       0.310613 52681 
     C       0.228002      0.079018      -0.361370 52682 
     C       1.196102      0.989536       0.384955 52683 
     O       2.398556      1.183274      -0.334493 52684 
     O       3.203890      0.012683      -0.217962 52685 
     H      -2.401645      2.082114      -0.790703 52686 
     C      -1.286703     -0.825655       1.558724 52687 
     H      -2.300165     -0.739218       1.947336 52688 
     H      -0.584348     -0.485897       2.316718 52689 
     H      -1.072906     -1.861363       1.314354 52690 
     C      -2.173717     -0.494205      -0.744527 52691 
     O      -2.226116     -1.570579      -1.194138 52692 
     H       3.122426     -0.366425      -1.103603 52693 
     H       0.111059      0.483231      -1.368948 52694 
     O       0.748202     -1.213091      -0.609182 52695 
     O       1.214962     -1.795828       0.600194 52696 
     H       2.131870     -1.476223       0.617287 52697 
     H       0.765817      1.986328       0.454387 52698 
     H       1.413880      0.625405       1.389518 52699 
Rotational constants (GHz):    1.3102900    0.7327600    0.5840500 52700 
Vibrational harmonic frequencies (cm-1): 52701 
       42.6025                   80.4296                   95.4943             52702 
      142.1578                  154.2748                  195.3377             52703 
      208.4123                  228.6172                  245.9274             52704 
      261.6849                  268.4587                  288.9837             52705 
      315.7724                  335.6383                  342.3745             52706 
      373.4545                  420.9898                  471.4179             52707 
      491.1977                  560.7254                  585.8767             52708 
      620.3328                  675.7776                  771.9023             52709 
      848.9534                  912.6029                  948.1368             52710 
      962.9458                 1001.6783                 1047.3924             52711 
     1084.5427                 1113.6220                 1149.6798             52712 
     1163.9360                 1186.2434                 1240.9751             52713 
     1301.1467                 1337.6653                 1378.8094             52714 
     1404.4149                 1409.1592                 1411.4677             52715 
     1417.2793                 1459.7216                 1472.3993             52716 
     1484.6911                 1496.1853                 1999.6677             52717 
     3085.7395                 3089.9257                 3099.4540             52718 
     3160.4471                 3164.2348                 3192.3654             52719 
     3713.7098                 3775.5524                 3804.1129             52720 
Zero-point correction (Hartree): 0.156047 52721 
 52722 
triHPacyl.pptmptmppd 52723 
-------------------- 52724 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17549373  52725 
Electronic state : 2-A 52726 
Cartesian coordinates (Angs): 52727 
     O       1.935090     -1.829196      -1.052815 52728 
     O       1.733231     -1.452009       0.297991 52729 
     C       1.106754     -0.182576       0.343784 52730 
     C      -0.283674     -0.276862      -0.330005 52731 
     C      -1.325870     -0.914552       0.579137 52732 
     O      -2.507655     -1.179839      -0.143545 52733 
     O      -3.320605     -0.016352      -0.116660 52734 
     H       2.833701     -1.509748      -1.216127 52735 
     C       1.112032      0.181623       1.824102 52736 
     H       2.136542      0.304342       2.170123 52737 
     H       0.652385     -0.625202       2.392129 52738 
     H       0.554358      1.099446       1.984988 52739 
     C       1.997438      0.843187      -0.390038 52740 
     O       1.838247      2.000720      -0.472434 52741 
     H      -2.908090      0.543826      -0.790221 52742 
     H      -0.169523     -0.904619      -1.214195 52743 
     O      -0.741778      0.939307      -0.889972 52744 
     O      -0.939992      1.894732       0.148939 52745 
     H      -0.197345      2.494704      -0.017420 52746 
     H      -0.956211     -1.883078       0.920222 52747 
     H      -1.558206     -0.283494       1.436595 52748 
Rotational constants (GHz):    1.3092900    0.7298900    0.5827800 52749 
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Vibrational harmonic frequencies (cm-1): 52750 
       70.7575                   90.1037                  111.7753             52751 
      133.9966                  179.6106                  191.6933             52752 
      198.8439                  214.6303                  233.6451             52753 
      256.0258                  266.2799                  291.8020             52754 
      314.7452                  329.0397                  343.9580             52755 
      414.2760                  429.2349                  450.5166             52756 
      484.5668                  519.8758                  565.9834             52757 
      591.8033                  673.7070                  767.6495             52758 
      866.7601                  930.4861                  950.7494             52759 
      968.8326                  998.2370                 1050.7448             52760 
     1085.8069                 1126.0466                 1140.5142             52761 
     1169.9242                 1179.8579                 1222.4272             52762 
     1307.4098                 1321.3322                 1389.6819             52763 
     1403.8898                 1413.6042                 1415.7745             52764 
     1433.7697                 1438.2304                 1470.7957             52765 
     1486.0896                 1502.3456                 1986.5120             52766 
     3081.6018                 3086.6966                 3117.8292             52767 
     3142.5021                 3158.5618                 3190.2434             52768 
     3763.4385                 3779.1541                 3787.7843             52769 
Zero-point correction (Hartree): 0.156037 52770 
 52771 
triHPacyl.pptmptpmpd 52772 
-------------------- 52773 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17477151  52774 
Electronic state : 2-A 52775 
Cartesian coordinates (Angs): 52776 
     O       1.546833     -1.821626      -1.271580 52777 
     O       1.522030     -1.618990       0.133203 52778 
     C       1.094908     -0.299140       0.385112 52779 
     C      -0.289207     -0.034103      -0.250671 52780 
     C      -1.293215     -1.119822       0.131457 52781 
     O      -2.540792     -0.872183      -0.473444 52782 
     O      -3.305508     -0.037693       0.383743 52783 
     H       2.483826     -1.691461      -1.473201 52784 
     C       1.118337     -0.144954       1.898225 52785 
     H       2.140821     -0.207382       2.265631 52786 
     H       0.538627     -0.945907       2.352427 52787 
     H       0.690463      0.816460       2.170252 52788 
     C       2.131407      0.686115      -0.197827 52789 
     O       2.093355      1.857312      -0.164043 52790 
     H      -2.922147      0.835008       0.214084 52791 
     H      -0.210120     -0.005743      -1.335573 52792 
     O      -0.798616      1.218817       0.187669 52793 
     O      -0.653873      2.188076      -0.840313 52794 
     H       0.166757      2.632408      -0.583129 52795 
     H      -0.944657     -2.074453      -0.261262 52796 
     H      -1.424392     -1.197203       1.211127 52797 
Rotational constants (GHz):    1.2184200    0.7422800    0.5799600 52798 
Vibrational harmonic frequencies (cm-1): 52799 
       38.5475                   61.1020                   69.5822             52800 
      112.9659                  149.5571                  170.4342             52801 
      191.9923                  201.5193                  217.1841             52802 
      249.7282                  251.8672                  282.5797             52803 
      300.7118                  323.2197                  361.5182             52804 
      392.2081                  426.7324                  433.5126             52805 
      477.3354                  501.7851                  548.3938             52806 
      567.4718                  649.7533                  769.3177             52807 
      869.6434                  897.3086                  953.5309             52808 
      977.2528                 1043.2662                 1049.9258             52809 
     1084.4211                 1130.2840                 1133.4299             52810 
     1172.7627                 1184.6337                 1237.3922             52811 
     1305.8812                 1332.7199                 1369.2582             52812 
     1402.3434                 1407.3522                 1408.9173             52813 
     1435.9250                 1443.9871                 1466.7994             52814 
     1485.6132                 1501.3425                 1980.5360             52815 
     3083.2783                 3088.4481                 3129.6150             52816 
     3147.9286                 3161.4846                 3180.0328             52817 
     3771.4993                 3780.3879                 3794.5511             52818 
Zero-point correction (Hartree): 0.155282 52819 
 52820 
triHPacyl.pptmpttmpd 52821 
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-------------------- 52822 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17435768  52823 
Electronic state : 2-A 52824 
Cartesian coordinates (Angs): 52825 
     O       1.687732     -1.733858      -1.184658 52826 
     O       1.725068     -1.435863       0.203785 52827 
     C       1.214424     -0.137335       0.386538 52828 
     C      -0.218282     -0.010749      -0.169801 52829 
     C      -1.097452     -1.201560       0.189302 52830 
     O      -2.355264     -1.131154      -0.445058 52831 
     O      -3.211633     -0.300895       0.324941 52832 
     H       2.605483     -1.572064      -1.443529 52833 
     C       1.334304      0.137375       1.876962 52834 
     H       2.378594      0.074299       2.176480 52835 
     H       0.765653     -0.609642       2.427898 52836 
     H       0.945348      1.126237       2.103036 52837 
     C       2.116090      0.871635      -0.370272 52838 
     O       1.865734      1.984305      -0.631364 52839 
     H      -3.075233      0.569072      -0.078396 52840 
     H      -0.181829      0.080896      -1.255612 52841 
     O      -0.715704      1.208818       0.368713 52842 
     O      -1.575609      1.813456      -0.581917 52843 
     H      -1.023403      2.531689      -0.918904 52844 
     H      -0.636562     -2.112397      -0.191724 52845 
     H      -1.235144     -1.282770       1.268826 52846 
Rotational constants (GHz):    1.2778400    0.7275300    0.5803400 52847 
Vibrational harmonic frequencies (cm-1): 52848 
       32.5973                   59.7583                   66.9439             52849 
      107.4005                  146.7030                  165.8084             52850 
      192.0014                  206.1343                  211.2390             52851 
      246.6740                  255.9837                  261.6107             52852 
      289.5577                  309.8870                  341.6808             52853 
      397.1890                  403.3760                  431.5039             52854 
      483.4443                  515.7081                  545.1281             52855 
      551.8548                  640.3411                  781.5174             52856 
      894.9165                  898.0423                  967.0102             52857 
      975.1185                 1041.4242                 1052.1505             52858 
     1085.9127                 1124.6610                 1137.9673             52859 
     1162.3556                 1194.2859                 1254.7436             52860 
     1308.1349                 1329.2787                 1374.8063             52861 
     1398.6272                 1405.1358                 1407.8012             52862 
     1422.5191                 1447.6594                 1458.1727             52863 
     1488.3473                 1497.8486                 1987.0800             52864 
     3079.3806                 3084.7976                 3105.8484             52865 
     3145.7999                 3159.8231                 3182.3348             52866 
     3769.7284                 3797.4932                 3800.3331             52867 
Zero-point correction (Hartree): 0.155106 52868 
 52869 
triHPacyl.pptmpttpmd 52870 
-------------------- 52871 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17449527  52872 
Electronic state : 2-A 52873 
Cartesian coordinates (Angs): 52874 
     O       1.546215     -1.922337      -1.069597 52875 
     O       1.642360     -1.481984       0.275446 52876 
     C       1.210690     -0.138925       0.348943 52877 
     C      -0.209284      0.028296      -0.232352 52878 
     C      -1.113597     -1.117066       0.214147 52879 
     O      -2.402876     -1.039588      -0.365492 52880 
     O      -3.148216     -0.063265       0.364603 52881 
     H       2.389794     -1.622697      -1.439993 52882 
     C       1.336603      0.249833       1.811967 52883 
     H       2.369189      0.129327       2.133779 52884 
     H       0.703265     -0.391145       2.422496 52885 
     H       1.033737      1.285788       1.935006 52886 
     C       2.172653      0.736007      -0.494049 52887 
     O       2.240551      1.901053      -0.507556 52888 
     H      -3.981569     -0.529771       0.496626 52889 
     H      -0.168650      0.042545      -1.322341 52890 
     O      -0.659114      1.291042       0.215355 52891 
     O      -1.522152      1.846871      -0.760826 52892 
     H      -2.383264      1.496870      -0.480807 52893 
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     H      -0.713313     -2.060772      -0.152736 52894 
     H      -1.205716     -1.153355       1.300581 52895 
Rotational constants (GHz):    1.2999900    0.7144200    0.5678100 52896 
Vibrational harmonic frequencies (cm-1): 52897 
       56.8922                   60.5297                   77.7606             52898 
      144.3903                  161.2913                  171.7122             52899 
      185.1120                  198.6244                  212.5502             52900 
      226.2623                  251.3684                  277.6163             52901 
      288.3057                  312.4140                  356.3421             52902 
      399.2015                  407.3135                  436.9728             52903 
      497.7781                  519.5139                  534.9451             52904 
      559.4093                  647.7160                  779.6310             52905 
      893.9716                  898.7716                  963.2674             52906 
      970.7509                 1044.4509                 1052.0485             52907 
     1073.2790                 1113.5664                 1148.9594             52908 
     1159.2864                 1204.5368                 1245.1179             52909 
     1313.3306                 1329.1141                 1374.7123             52910 
     1396.3975                 1407.3205                 1413.4121             52911 
     1431.4275                 1456.5719                 1475.0644             52912 
     1487.7666                 1498.5970                 2003.0701             52913 
     3081.9190                 3086.5444                 3100.9500             52914 
     3155.4299                 3159.6681                 3183.8327             52915 
     3718.6981                 3766.3115                 3843.9519             52916 
Zero-point correction (Hartree): 0.155407 52917 
 52918 
triHPacyl.pptpppmmmd 52919 
-------------------- 52920 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17637872  52921 
Electronic state : 2-A 52922 
Cartesian coordinates (Angs): 52923 
     O      -1.509663     -1.935958      -0.339099 52924 
     O      -1.553126     -0.708185      -1.050081 52925 
     C      -1.064591      0.329130      -0.218333 52926 
     C       0.338959     -0.027820       0.311365 52927 
     C       1.209891     -0.673778      -0.767606 52928 
     O       2.580127     -0.563232      -0.429091 52929 
     O       2.793665     -1.283381       0.775841 52930 
     H      -2.394244     -1.965109       0.054999 52931 
     C      -1.155736      1.588612      -1.061022 52932 
     H      -2.184181      1.708767      -1.398818 52933 
     H      -0.502756      1.512520      -1.926778 52934 
     H      -0.860695      2.450488      -0.470254 52935 
     C      -1.995306      0.515377       1.004120 52936 
     O      -2.971510     -0.094337       1.227258 52937 
     H       2.715886     -0.584804       1.441738 52938 
     H       0.229234     -0.729456       1.139036 52939 
     O       0.991440      1.066984       0.928492 52940 
     O       1.491512      1.957452      -0.062251 52941 
     H       2.363637      1.572305      -0.238201 52942 
     H       0.926388     -1.716488      -0.901135 52943 
     H       1.127864     -0.152095      -1.720285 52944 
Rotational constants (GHz):    1.4106900    0.6836600    0.5854100 52945 
Vibrational harmonic frequencies (cm-1): 52946 
       62.4908                   76.6103                   95.5779             52947 
      145.3838                  164.1583                  185.1721             52948 
      208.9026                  249.9717                  259.9486             52949 
      286.7464                  294.8245                  311.1358             52950 
      349.6759                  353.9605                  380.9538             52951 
      419.2333                  425.5422                  467.1584             52952 
      493.6008                  516.4849                  545.6989             52953 
      699.5231                  712.9120                  759.3361             52954 
      840.9102                  917.9649                  955.2001             52955 
      973.7552                  995.3664                 1048.3227             52956 
     1077.4794                 1124.3415                 1145.4437             52957 
     1178.1497                 1179.9966                 1255.5840             52958 
     1298.1315                 1349.2101                 1387.0458             52959 
     1409.5096                 1415.4769                 1423.3558             52960 
     1426.3023                 1441.8945                 1481.4061             52961 
     1484.4960                 1499.0120                 1974.8429             52962 
     3086.7161                 3102.2617                 3106.0712             52963 
     3157.3211                 3164.4680                 3189.2251             52964 
     3752.8477                 3769.4382                 3776.3850             52965 
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Zero-point correction (Hartree): 0.156859 52966 
 52967 
triHPacyl.pptppptpmd 52968 
-------------------- 52969 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17633426  52970 
Electronic state : 2-A 52971 
Cartesian coordinates (Angs): 52972 
     O      -1.409231      1.924913      -0.406000 52973 
     O      -1.628493      1.054607       0.692482 52974 
     C      -1.148044     -0.232611       0.367029 52975 
     C       0.327254     -0.178575      -0.073533 52976 
     C       1.141213      0.760850       0.810352 52977 
     O       2.528305      0.622115       0.564998 52978 
     O       2.795701      1.141418      -0.729121 52979 
     H      -2.241799      1.838142      -0.894077 52980 
     C      -1.396685     -1.078604       1.604518 52981 
     H      -2.457845     -1.055755       1.846243 52982 
     H      -0.837326     -0.679440       2.447722 52983 
     H      -1.088201     -2.103220       1.417528 52984 
     C      -1.970977     -0.834338      -0.798994 52985 
     O      -2.859791     -0.308009      -1.353005 52986 
     H       2.692674      0.355187      -1.287426 52987 
     H       0.384378      0.143151      -1.114440 52988 
     O       0.794215     -1.515536       0.013195 52989 
     O       1.943685     -1.649124      -0.811893 52990 
     H       2.652502     -1.566381      -0.157403 52991 
     H       0.831955      1.794269       0.659177 52992 
     H       1.031972      0.490661       1.861185 52993 
Rotational constants (GHz):    1.3942200    0.6602900    0.5828200 52994 
Vibrational harmonic frequencies (cm-1): 52995 
       64.6756                   69.0775                  101.9694             52996 
      148.0394                  167.8891                  178.4831             52997 
      195.7089                  205.7053                  227.6760             52998 
      265.3516                  271.7428                  302.7855             52999 
      345.7723                  372.3386                  397.3135             53000 
      419.4154                  421.9943                  453.6889             53001 
      478.3541                  522.6802                  537.4924             53002 
      595.0910                  708.9536                  771.8675             53003 
      885.6638                  909.4448                  961.3807             53004 
      977.5541                 1032.8111                 1053.7007             53005 
     1079.7642                 1130.4271                 1144.3461             53006 
     1164.7721                 1197.9655                 1255.0763             53007 
     1305.7171                 1350.7657                 1373.3640             53008 
     1411.9600                 1421.2616                 1423.1660             53009 
     1429.2918                 1442.4778                 1468.1210             53010 
     1487.5729                 1499.5087                 1975.9749             53011 
     3085.7930                 3091.2345                 3097.9682             53012 
     3150.3718                 3163.0190                 3184.4617             53013 
     3750.0042                 3767.2940                 3779.7432             53014 
Zero-point correction (Hartree): 0.156456 53015 
 53016 
triHPacyl.pptpptmmmd 53017 
-------------------- 53018 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17589196  53019 
Electronic state : 2-A 53020 
Cartesian coordinates (Angs): 53021 
     O      -1.263960      2.283105      -0.219523 53022 
     O      -1.455508      1.323287       0.809070 53023 
     C      -1.164115      0.041218       0.288627 53024 
     C       0.270713      0.017695      -0.281841 53025 
     C       1.245380      0.805599       0.597722 53026 
     O       2.577881      0.401213       0.342592 53027 
     O       2.878284      0.707812      -1.010855 53028 
     H      -2.145936      2.327287      -0.616431 53029 
     C      -1.450141     -0.930124       1.419615 53030 
     H      -2.482656     -0.803564       1.741106 53031 
     H      -0.788946     -0.733071       2.260382 53032 
     H      -1.293607     -1.947945       1.075023 53033 
     C      -2.148934     -0.263656      -0.868061 53034 
     O      -2.217790     -1.251845      -1.487229 53035 
     H       2.682256     -0.131174      -1.452806 53036 
     H       0.256526      0.466028      -1.276069 53037 
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     O       0.742812     -1.289358      -0.544806 53038 
     O       1.112633     -1.926784       0.672413 53039 
     H       2.036514     -1.646000       0.758160 53040 
     H       1.124394      1.873819       0.425453 53041 
     H       1.099206      0.590794       1.655513 53042 
Rotational constants (GHz):    1.2556500    0.7410000    0.6171700 53043 
Vibrational harmonic frequencies (cm-1): 53044 
       51.8572                   83.0427                   89.9244             53045 
      124.8457                  165.3299                  170.5825             53046 
      214.0555                  245.4769                  252.2828             53047 
      266.3858                  277.7385                  295.3987             53048 
      311.2500                  349.2855                  357.6270             53049 
      400.9002                  429.4023                  474.0212             53050 
      487.6781                  496.5805                  554.2576             53051 
      635.3535                  716.9006                  763.7407             53052 
      841.4906                  926.1073                  955.2198             53053 
      967.3583                  992.6071                 1047.2713             53054 
     1073.7269                 1123.2951                 1141.7365             53055 
     1174.4438                 1187.1235                 1246.5220             53056 
     1296.2001                 1347.3192                 1387.4978             53057 
     1405.3549                 1410.3738                 1412.8878             53058 
     1424.7737                 1439.7376                 1480.2689             53059 
     1482.5836                 1496.7398                 1997.4547             53060 
     3085.7794                 3102.3284                 3107.0762             53061 
     3157.8670                 3161.9426                 3188.4330             53062 
     3758.8266                 3775.1768                 3777.7861             53063 
Zero-point correction (Hartree): 0.156253 53064 
 53065 
triHPacyl.pptppttmmd 53066 
-------------------- 53067 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17500567  53068 
Electronic state : 2-A 53069 
Cartesian coordinates (Angs): 53070 
     O       1.328599     -1.843753      -1.228097 53071 
     O       1.627235     -1.495632       0.116758 53072 
     C       1.232732     -0.160519       0.318374 53073 
     C      -0.266012      0.031716       0.022122 53074 
     C      -1.127506     -1.094711       0.584735 53075 
     O      -2.493613     -0.755949       0.548314 53076 
     O      -2.870362     -0.606699      -0.814020 53077 
     H       2.199196     -1.777558      -1.643912 53078 
     C       1.639208      0.172624       1.744466 53079 
     H       2.716078      0.058581       1.851983 53080 
     H       1.145368     -0.512020       2.431626 53081 
     H       1.350849      1.192749       1.982197 53082 
     C       2.033213      0.761143      -0.638027 53083 
     O       1.767177      1.861486      -0.935312 53084 
     H      -2.844436      0.357459      -0.906928 53085 
     H      -0.413057      0.089952      -1.055110 53086 
     O      -0.622541      1.279948       0.597159 53087 
     O      -1.537315      1.939983      -0.261050 53088 
     H      -0.955331      2.563240      -0.718201 53089 
     H      -0.937995     -2.017148       0.033735 53090 
     H      -0.923928     -1.251835       1.644583 53091 
Rotational constants (GHz):    1.2189900    0.7577400    0.6126200 53092 
Vibrational harmonic frequencies (cm-1): 53093 
       39.6043                   63.3296                   81.4334             53094 
       95.4859                  144.6454                  161.9571             53095 
      188.3234                  199.4794                  227.2315             53096 
      243.4037                  258.5936                  274.5727             53097 
      285.3755                  347.4414                  352.2366             53098 
      393.1218                  403.4307                  444.5100             53099 
      473.9691                  521.9384                  544.5505             53100 
      595.0054                  638.8448                  783.4035             53101 
      883.8875                  915.8539                  963.4566             53102 
      972.4034                 1036.5449                 1052.1267             53103 
     1077.7623                 1132.4022                 1144.1535             53104 
     1167.8510                 1194.8648                 1259.3814             53105 
     1299.7912                 1343.9859                 1378.4600             53106 
     1403.3715                 1407.5955                 1414.2442             53107 
     1416.7259                 1448.1862                 1470.7838             53108 
     1488.2952                 1499.1682                 1984.6001             53109 
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     3079.1826                 3085.2601                 3120.2284             53110 
     3139.1251                 3160.3382                 3182.4581             53111 
     3763.8192                 3786.4904                 3799.0018             53112 
Zero-point correction (Hartree): 0.155448 53113 
 53114 
triHPacyl.pptppttpmd 53115 
-------------------- 53116 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17570136  53117 
Electronic state : 2-A 53118 
Cartesian coordinates (Angs): 53119 
     O       1.154105     -2.085713      -0.932742 53120 
     O       1.524950     -1.522990       0.315596 53121 
     C       1.238699     -0.142301       0.290672 53122 
     C      -0.245381      0.101747      -0.049703 53123 
     C      -1.152145     -0.892412       0.670945 53124 
     O      -2.512348     -0.518573       0.556905 53125 
     O      -2.904556     -0.710948      -0.793954 53126 
     H       1.970198     -1.990302      -1.445195 53127 
     C       1.667788      0.388605       1.647956 53128 
     H       2.722726      0.171248       1.803316 53129 
     H       1.092531     -0.094754       2.435288 53130 
     H       1.507022      1.462331       1.685713 53131 
     C       2.104217      0.529675      -0.806103 53132 
     O       2.210980      1.673406      -1.014639 53133 
     H      -2.713427      0.155549      -1.184771 53134 
     H      -0.388437      0.024136      -1.128663 53135 
     O      -0.512985      1.435183       0.349386 53136 
     O      -1.654716      1.899016      -0.358718 53137 
     H      -2.346986      1.779106       0.307488 53138 
     H      -1.003229     -1.899811       0.284734 53139 
     H      -0.962898     -0.874429       1.744812 53140 
Rotational constants (GHz):    1.2599100    0.7324400    0.5905800 53141 
Vibrational harmonic frequencies (cm-1): 53142 
       51.4530                   78.9996                   90.1448             53143 
      136.8654                  166.7066                  174.3620             53144 
      184.6519                  207.0698                  233.2296             53145 
      250.6704                  271.7103                  281.7579             53146 
      295.2847                  346.5429                  387.4002             53147 
      402.6092                  415.4580                  466.2926             53148 
      500.1272                  526.0806                  543.8060             53149 
      577.7127                  647.3262                  785.5725             53150 
      888.0925                  915.4450                  960.7020             53151 
      970.4731                 1032.5621                 1052.5920             53152 
     1075.0096                 1129.5699                 1143.9487             53153 
     1159.0000                 1206.2391                 1249.0935             53154 
     1306.9438                 1348.2456                 1373.1034             53155 
     1408.4880                 1411.1388                 1421.0812             53156 
     1427.2577                 1441.9482                 1468.3153             53157 
     1487.7163                 1498.6180                 2001.5531             53158 
     3084.6718                 3090.8142                 3097.7242             53159 
     3152.1151                 3160.8855                 3184.1745             53160 
     3744.2567                 3774.7741                 3780.9028             53161 
Zero-point correction (Hartree): 0.155985 53162 
 53163 
triHPacyl.ptmmmmmpmd 53164 
-------------------- 53165 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17389545  53166 
Electronic state : 2-A 53167 
Cartesian coordinates (Angs): 53168 
     O       2.464052      0.175087      -0.903106 53169 
     O       1.454947     -0.799697      -1.137256 53170 
     C       0.394469     -0.690491      -0.197069 53171 
     C      -0.452495      0.570350      -0.447448 53172 
     C      -1.537652      0.866704       0.588934 53173 
     O      -2.514391     -0.143970       0.697856 53174 
     O      -3.148383     -0.264688      -0.572893 53175 
     H       2.242684      0.838876      -1.571198 53176 
     C      -0.411568     -1.965694      -0.436134 53177 
     H       0.252799     -2.822105      -0.341046 53178 
     H      -0.827269     -1.941063      -1.441992 53179 
     H      -1.223471     -2.042984       0.279815 53180 
     C       0.898089     -0.772879       1.255182 53181 
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     O       1.967982     -1.064657       1.626629 53182 
     H      -4.045500      0.024094      -0.366312 53183 
     H      -0.912940      0.451957      -1.430334 53184 
     O       0.341380      1.734123      -0.606767 53185 
     O       0.988912      2.005505       0.630030 53186 
     H       1.839734      1.552376       0.505728 53187 
     H      -1.110001      0.936405       1.587508 53188 
     H      -1.997088      1.820890       0.321097 53189 
Rotational constants (GHz):    1.3374700    0.7357200    0.6427100 53190 
Vibrational harmonic frequencies (cm-1): 53191 
       36.2566                   78.7890                   97.5530             53192 
      151.0400                  159.7812                  174.3127             53193 
      184.1181                  205.2957                  226.9755             53194 
      238.3617                  261.6633                  277.4020             53195 
      326.2929                  343.0023                  372.2088             53196 
      406.3343                  441.3404                  455.4260             53197 
      535.0346                  561.8520                  605.9305             53198 
      610.0271                  708.2987                  742.3260             53199 
      868.5849                  920.1418                  948.8238             53200 
      977.4502                 1039.8481                 1040.8745             53201 
     1099.4624                 1113.7703                 1133.1569             53202 
     1153.7530                 1188.4303                 1230.4054             53203 
     1284.3220                 1339.4658                 1375.8595             53204 
     1390.0535                 1408.2337                 1421.5300             53205 
     1425.9946                 1440.6522                 1479.4479             53206 
     1487.9672                 1497.0430                 1991.1340             53207 
     3071.0608                 3085.9323                 3100.8659             53208 
     3152.7329                 3162.2890                 3194.1465             53209 
     3710.0181                 3790.9434                 3830.5548             53210 
Zero-point correction (Hartree): 0.156179 53211 
 53212 
triHPacyl.ptmmmtmpmd 53213 
-------------------- 53214 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17516037  53215 
Electronic state : 2-A 53216 
Cartesian coordinates (Angs): 53217 
     O       2.673878     -0.092449      -0.705471 53218 
     O       1.595701     -0.950739      -1.057499 53219 
     C       0.483927     -0.764049      -0.195658 53220 
     C      -0.224413      0.575191      -0.501848 53221 
     C      -1.377686      0.970687       0.420414 53222 
     O      -2.457764      0.065137       0.391916 53223 
     O      -2.956725      0.036072      -0.943071 53224 
     H       2.579467      0.608698      -1.365399 53225 
     C      -0.410801     -1.961174      -0.498650 53226 
     H       0.156921     -2.877299      -0.351475 53227 
     H      -0.741736     -1.908389      -1.534769 53228 
     H      -1.278013     -1.951683       0.153900 53229 
     C       0.935011     -0.872069       1.273581 53230 
     O       0.234335     -0.939901       2.210254 53231 
     H      -3.842346      0.399160      -0.822265 53232 
     H      -0.598040      0.490978      -1.525083 53233 
     O       0.685446      1.656367      -0.583578 53234 
     O       1.228317      1.882376       0.710999 53235 
     H       2.031567      1.335074       0.683034 53236 
     H      -1.066546      0.986636       1.462673 53237 
     H      -1.703009      1.970399       0.123947 53238 
Rotational constants (GHz):    1.2555900    0.7576700    0.6964700 53239 
Vibrational harmonic frequencies (cm-1): 53240 
       39.0808                   79.5357                  121.5916             53241 
      152.3925                  170.4856                  181.9224             53242 
      201.9558                  214.5578                  225.6560             53243 
      241.6525                  265.4824                  273.5930             53244 
      313.1021                  324.4807                  343.7342             53245 
      419.5265                  436.3912                  476.3664             53246 
      491.7690                  551.2883                  573.1826             53247 
      631.9193                  672.9893                  744.3659             53248 
      868.3573                  930.3287                  948.6951             53249 
      977.3920                 1037.8635                 1043.1259             53250 
     1099.8608                 1116.9941                 1138.1020             53251 
     1154.3524                 1190.0703                 1215.6552             53252 
     1284.3383                 1338.0855                 1369.9213             53253 
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     1391.5215                 1407.9671                 1418.9463             53254 
     1425.7154                 1442.8246                 1485.6951             53255 
     1488.1632                 1497.4114                 1980.1099             53256 
     3074.0708                 3085.0867                 3094.4291             53257 
     3161.0986                 3163.1387                 3193.1529             53258 
     3711.1773                 3788.5249                 3829.9605             53259 
Zero-point correction (Hartree): 0.156053 53260 
 53261 
triHPacyl.ptmmpmmpmd 53262 
-------------------- 53263 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17580051  53264 
Electronic state : 2-A 53265 
Cartesian coordinates (Angs): 53266 
     O       2.510363      0.175592      -0.789074 53267 
     O       1.478349     -0.737149      -1.130664 53268 
     C       0.378948     -0.655503      -0.229012 53269 
     C      -0.478176      0.597666      -0.493239 53270 
     C      -1.554831      0.894373       0.552773 53271 
     O      -2.483645     -0.149660       0.744820 53272 
     O      -3.150974     -0.360269      -0.496924 53273 
     H       3.087073     -0.388126      -0.253030 53274 
     C      -0.402325     -1.937003      -0.516992 53275 
     H       0.249656     -2.794390      -0.362786 53276 
     H      -0.730314     -1.918053      -1.554898 53277 
     H      -1.271322     -2.008661       0.128798 53278 
     C       0.844788     -0.759096       1.227619 53279 
     O       1.911367     -1.066082       1.609668 53280 
     H      -4.045574     -0.066745      -0.285926 53281 
     H      -0.945176      0.456597      -1.469653 53282 
     O       0.292609      1.763386      -0.675149 53283 
     O       0.971903      2.039250       0.543684 53284 
     H       1.854458      1.706382       0.316541 53285 
     H      -1.105016      1.038068       1.533809 53286 
     H      -2.063983      1.811756       0.249359 53287 
Rotational constants (GHz):    1.3550200    0.7404500    0.6390200 53288 
Vibrational harmonic frequencies (cm-1): 53289 
       49.5541                   77.9883                  112.3093             53290 
      151.6561                  179.3440                  186.8618             53291 
      199.1710                  206.7267                  237.3918             53292 
      238.0029                  266.8820                  285.8019             53293 
      333.7648                  343.3279                  371.3631             53294 
      410.4421                  426.6131                  457.2284             53295 
      519.1848                  552.6961                  569.8613             53296 
      609.8330                  714.3697                  754.1844             53297 
      870.3675                  919.0355                  949.3725             53298 
      978.4974                 1041.9004                 1043.3805             53299 
     1099.0223                 1114.8036                 1134.9948             53300 
     1152.8483                 1188.3931                 1232.2054             53301 
     1284.6422                 1338.0337                 1378.2155             53302 
     1389.3923                 1405.7319                 1421.1158             53303 
     1426.0073                 1447.7823                 1481.7953             53304 
     1491.3652                 1497.6015                 1971.0800             53305 
     3072.1402                 3086.3847                 3104.4596             53306 
     3150.8171                 3161.3023                 3198.9154             53307 
     3740.6064                 3774.9099                 3829.3420             53308 
Zero-point correction (Hartree): 0.156353 53309 
 53310 
triHPacyl.ptmmpppmmd 53311 
-------------------- 53312 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17445146  53313 
Electronic state : 2-A 53314 
Cartesian coordinates (Angs): 53315 
     O       2.310045      0.594059      -0.917265 53316 
     O       1.402687     -0.438540      -1.259243 53317 
     C       0.472790     -0.691262      -0.211221 53318 
     C      -0.449141      0.501879       0.079955 53319 
     C      -1.649145      0.170349       0.970520 53320 
     O      -2.634734     -0.612812       0.333265 53321 
     O      -3.145366      0.141500      -0.759398 53322 
     H       2.973534      0.120443      -0.392498 53323 
     C      -0.268022     -1.929392      -0.701797 53324 
     H       0.462079     -2.675545      -1.008940 53325 
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     H      -0.896304     -1.663217      -1.549682 53326 
     H      -0.899005     -2.336736       0.082242 53327 
     C       1.218831     -1.069037       1.083714 53328 
     O       2.376055     -1.208398       1.211909 53329 
     H      -4.033751      0.355907      -0.449209 53330 
     H      -0.807802      0.894766      -0.871650 53331 
     O       0.249760      1.520012       0.777469 53332 
     O       0.597474      2.566031      -0.111020 53333 
     H       1.421094      2.220427      -0.492607 53334 
     H      -1.348349     -0.422595       1.836545 53335 
     H      -2.070747      1.116510       1.313034 53336 
Rotational constants (GHz):    1.2762200    0.7216100    0.5970200 53337 
Vibrational harmonic frequencies (cm-1): 53338 
       34.9692                   45.8457                  100.5542             53339 
      120.6538                  142.6446                  192.9152             53340 
      218.3126                  229.6571                  249.7052             53341 
      254.3498                  271.1499                  278.5245             53342 
      326.0027                  336.9496                  379.8258             53343 
      393.2043                  425.6297                  458.2012             53344 
      515.1947                  564.9548                  577.0218             53345 
      604.7180                  647.0798                  726.8844             53346 
      862.4539                  929.8844                  956.5863             53347 
     1014.4308                 1034.5431                 1051.6568             53348 
     1109.0388                 1115.2407                 1136.3608             53349 
     1167.2621                 1178.7936                 1230.2633             53350 
     1282.1092                 1324.6557                 1370.8402             53351 
     1391.3004                 1413.0272                 1416.7022             53352 
     1425.2534                 1461.1334                 1482.1650             53353 
     1482.4054                 1499.9544                 1979.1475             53354 
     3071.0332                 3084.9341                 3113.4788             53355 
     3129.0960                 3163.1546                 3184.2118             53356 
     3704.7937                 3756.5934                 3824.6138             53357 
Zero-point correction (Hartree): 0.155923 53358 
 53359 
triHPacyl.ptmmptmpmd 53360 
-------------------- 53361 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17495959  53362 
Electronic state : 2-A 53363 
Cartesian coordinates (Angs): 53364 
     O       2.697825     -0.125839      -0.597822 53365 
     O       1.613353     -0.939434      -1.020066 53366 
     C       0.469869     -0.741782      -0.198112 53367 
     C      -0.239841      0.581978      -0.570082 53368 
     C      -1.386121      1.021910       0.341151 53369 
     O      -2.430721      0.080233       0.449105 53370 
     O      -2.969625     -0.110296      -0.857064 53371 
     H       3.201233     -0.749311      -0.056668 53372 
     C      -0.404146     -1.956315      -0.496239 53373 
     H       0.143602     -2.865192      -0.255977 53374 
     H      -0.650796     -1.960201      -1.556877 53375 
     H      -1.319887     -1.908837       0.084367 53376 
     C       0.879689     -0.826798       1.279925 53377 
     O       0.178328     -0.774333       2.215758 53378 
     H      -3.854365      0.260447      -0.754331 53379 
     H      -0.619098      0.439052      -1.584534 53380 
     O       0.655970      1.657999      -0.714869 53381 
     O       1.240773      1.923040       0.554190 53382 
     H       2.098829      1.485795       0.433971 53383 
     H      -1.041279      1.162314       1.363352 53384 
     H      -1.762167      1.971011      -0.047017 53385 
Rotational constants (GHz):    1.2834900    0.7606900    0.6932600 53386 
Vibrational harmonic frequencies (cm-1): 53387 
       53.3217                   78.4951                  126.7666             53388 
      147.5125                  180.6313                  188.3381             53389 
      191.7827                  206.5186                  232.6850             53390 
      242.7513                  266.4068                  276.7818             53391 
      314.1936                  333.3303                  346.5746             53392 
      378.3575                  433.9231                  473.6865             53393 
      493.9764                  521.5947                  553.8948             53394 
      629.7701                  669.1102                  747.1710             53395 
      868.8052                  929.1289                  948.7870             53396 
      978.3065                 1040.0461                 1043.8797             53397 
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     1098.9639                 1118.8199                 1136.3506             53398 
     1153.7915                 1188.5119                 1216.5203             53399 
     1285.4199                 1337.5174                 1373.7520             53400 
     1389.1206                 1406.5387                 1413.3330             53401 
     1423.9725                 1443.9784                 1488.0254             53402 
     1490.7582                 1496.9031                 1987.0387             53403 
     3073.7964                 3084.4904                 3096.6267             53404 
     3158.9391                 3163.0027                 3196.1637             53405 
     3738.7723                 3796.2699                 3830.3630             53406 
Zero-point correction (Hartree): 0.156019 53407 
 53408 
triHPacyl.ptppmttpmd 53409 
-------------------- 53410 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17547523  53411 
Electronic state : 2-A 53412 
Cartesian coordinates (Angs): 53413 
     O       2.354800      1.292758       0.583388 53414 
     O       2.285660      0.299514      -0.428798 53415 
     C       1.104643     -0.460651      -0.262343 53416 
     C      -0.092083      0.310428      -0.860437 53417 
     C      -1.333385     -0.510140      -1.180651 53418 
     O      -1.878976     -1.230711      -0.102414 53419 
     O      -2.465713     -0.290610       0.791577 53420 
     H       1.687567      1.940008       0.305962 53421 
     C       1.353587     -1.774781      -0.987085 53422 
     H       2.292517     -2.194265      -0.635118 53423 
     H       1.423743     -1.596626      -2.059759 53424 
     H       0.547176     -2.478336      -0.787600 53425 
     C       0.986804     -0.787802       1.246671 53426 
     O       0.049262     -0.793585       1.947670 53427 
     H      -1.802276     -0.285069       1.502011 53428 
     H       0.264450      0.721975      -1.813282 53429 
     O      -0.331964      1.385094       0.042755 53430 
     O      -1.413989      2.165879      -0.426141 53431 
     H      -2.157884      1.733953       0.026102 53432 
     H      -2.091554      0.138288      -1.620749 53433 
     H      -1.073781     -1.268964      -1.918807 53434 
Rotational constants (GHz):    1.2633900    0.8295600    0.7234600 53435 
Vibrational harmonic frequencies (cm-1): 53436 
       58.4207                  100.0973                  135.5066             53437 
      150.4061                  176.6641                  190.0525             53438 
      198.7365                  233.9535                  256.3738             53439 
      267.6112                  297.5851                  342.1941             53440 
      358.7550                  379.7801                  385.5633             53441 
      419.3409                  476.7557                  506.9540             53442 
      519.0503                  576.6794                  577.5008             53443 
      591.2492                  690.3026                  793.3199             53444 
      869.1032                  909.9507                  938.2740             53445 
      977.3435                 1041.0481                 1045.2927             53446 
     1060.7270                 1125.8914                 1143.0428             53447 
     1183.0271                 1207.7399                 1222.0041             53448 
     1298.7050                 1362.5818                 1378.1819             53449 
     1403.3657                 1412.2513                 1443.7275             53450 
     1454.0046                 1460.9095                 1480.1165             53451 
     1497.6167                 1503.1977                 1990.7772             53452 
     3027.9398                 3076.9101                 3092.7229             53453 
     3137.4424                 3156.3936                 3172.5931             53454 
     3710.4002                 3723.6112                 3748.0408             53455 
Zero-point correction (Hartree): 0.157052 53456 
 53457 
triHPacyl.tmmmmmmpmd 53458 
-------------------- 53459 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17543228  53460 
Electronic state : 2-A 53461 
Cartesian coordinates (Angs): 53462 
     O      -2.562114     -0.557712      -0.894624 53463 
     O      -1.327801      0.128832      -0.801072 53464 
     C      -0.688200     -0.168864       0.434814 53465 
     C       0.564042      0.726354       0.477605 53466 
     C       1.523317      0.513176      -0.689675 53467 
     O       2.043554     -0.798504      -0.674660 53468 
     O       2.842238     -0.927806       0.498919 53469 
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     H      -2.279400     -1.424323      -1.226212 53470 
     C      -1.588162      0.084462       1.636173 53471 
     H      -2.464023     -0.556860       1.599939 53472 
     H      -1.899276      1.126832       1.628716 53473 
     H      -1.035866     -0.115686       2.552726 53474 
     C      -0.271141     -1.652381       0.480043 53475 
     O      -0.663876     -2.502114      -0.228093 53476 
     H       3.709307     -1.105443       0.115084 53477 
     H       1.086179      0.485934       1.405386 53478 
     O       0.214419      2.085986       0.620566 53479 
     O      -0.131255      2.629906      -0.647960 53480 
     H      -1.011892      2.258571      -0.809169 53481 
     H       1.013758      0.589748      -1.646994 53482 
     H       2.320754      1.256044      -0.637846 53483 
Rotational constants (GHz):    1.0594900    0.9071300    0.6247200 53484 
Vibrational harmonic frequencies (cm-1): 53485 
       36.4159                   74.7206                  120.7768             53486 
      145.6113                  155.5495                  167.0794             53487 
      184.3952                  199.2377                  214.2619             53488 
      224.8165                  252.0517                  288.8179             53489 
      320.2582                  361.1858                  365.9936             53490 
      407.9040                  424.6440                  441.3462             53491 
      463.3441                  507.2598                  582.4768             53492 
      597.0816                  691.9646                  770.2605             53493 
      877.1479                  912.2522                  951.1841             53494 
      973.1176                 1023.2568                 1064.8146             53495 
     1106.5482                 1121.0343                 1129.6950             53496 
     1152.4440                 1193.6689                 1228.0173             53497 
     1287.6850                 1328.3568                 1381.9828             53498 
     1397.1673                 1405.2588                 1420.7514             53499 
     1444.0407                 1450.6816                 1480.0302             53500 
     1485.2900                 1498.1881                 1970.3255             53501 
     3086.8312                 3087.1677                 3107.3642             53502 
     3165.2970                 3168.3969                 3180.9649             53503 
     3750.7655                 3758.8402                 3831.7288             53504 
Zero-point correction (Hartree): 0.155867 53505 
 53506 
triHPacyl.tmmmmmmppd 53507 
-------------------- 53508 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17663283  53509 
Electronic state : 2-A 53510 
Cartesian coordinates (Angs): 53511 
     O      -2.509694     -0.622957      -0.910588 53512 
     O      -1.298413      0.101943      -0.808617 53513 
     C      -0.650527     -0.184038       0.421664 53514 
     C       0.554397      0.772327       0.492275 53515 
     C       1.544193      0.617459      -0.658397 53516 
     O       2.041070     -0.700265      -0.733989 53517 
     O       2.845684     -0.927158       0.419399 53518 
     H      -2.206565     -1.464355      -1.285207 53519 
     C      -1.563598     -0.012139       1.627890 53520 
     H      -2.409424     -0.690634       1.569113 53521 
     H      -1.920201      1.015462       1.650717 53522 
     H      -1.004682     -0.212872       2.540512 53523 
     C      -0.155668     -1.646817       0.432510 53524 
     O      -0.567925     -2.526622      -0.224095 53525 
     H       2.359980     -1.644876       0.850720 53526 
     H       1.069780      0.548876       1.428259 53527 
     O       0.135486      2.109551       0.651843 53528 
     O      -0.220612      2.663727      -0.608711 53529 
     H      -1.088590      2.269036      -0.780479 53530 
     H       1.065457      0.778991      -1.620577 53531 
     H       2.356697      1.333857      -0.530656 53532 
Rotational constants (GHz):    1.0393200    0.9360400    0.6308100 53533 
Vibrational harmonic frequencies (cm-1): 53534 
       50.5110                   96.7021                  123.6784             53535 
      146.3319                  158.9599                  165.2205             53536 
      186.5546                  214.3615                  224.1088             53537 
      250.3251                  288.5272                  295.1561             53538 
      317.5590                  354.0445                  361.0394             53539 
      391.8140                  404.4687                  429.7610             53540 
      459.5913                  506.8915                  589.8220             53541 
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      595.7699                  682.8062                  765.0947             53542 
      872.5640                  914.5352                  952.8732             53543 
      974.0492                 1022.6216                 1065.2236             53544 
     1111.3276                 1122.3602                 1131.1678             53545 
     1150.9423                 1192.6325                 1232.6928             53546 
     1286.4931                 1330.6606                 1386.3187             53547 
     1403.2350                 1410.2508                 1428.1458             53548 
     1441.2398                 1447.2510                 1483.1976             53549 
     1486.1759                 1497.1192                 1972.5266             53550 
     3086.3881                 3092.2928                 3102.6362             53551 
     3163.7049                 3171.8626                 3182.9772             53552 
     3758.5418                 3767.0729                 3775.5868             53553 
Zero-point correction (Hartree): 0.155999 53554 
 53555 
triHPacyl.tmmmmtmmpd 53556 
-------------------- 53557 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17509250  53558 
Electronic state : 2-A 53559 
Cartesian coordinates (Angs): 53560 
     O       1.823764     -1.659529       1.365174 53561 
     O       1.151063     -0.446328       1.078854 53562 
     C       0.619494     -0.518787      -0.225814 53563 
     C      -0.148291      0.795525      -0.486467 53564 
     C      -1.019578      1.210811       0.693202 53565 
     O      -1.955170      0.198973       1.000370 53566 
     O      -2.948125      0.214014      -0.018095 53567 
     H       1.122049     -2.180276       1.780916 53568 
     C       1.679579     -0.776440      -1.285025 53569 
     H       2.132645     -1.753090      -1.140232 53570 
     H       2.441793     -0.005328      -1.194563 53571 
     H       1.231188     -0.725396      -2.275874 53572 
     C      -0.402221     -1.680604      -0.280980 53573 
     O      -1.196034     -1.878329      -1.124502 53574 
     H      -2.802552     -0.638732      -0.454238 53575 
     H      -0.787762      0.613094      -1.353305 53576 
     O       0.679454      1.838817      -0.938999 53577 
     O       1.547017      2.215225       0.133002 53578 
     H       1.433866      3.173229       0.126790 53579 
     H      -0.426291      1.327425       1.596488 53580 
     H      -1.534588      2.143299       0.458077 53581 
Rotational constants (GHz):    1.0582900    0.8897500    0.6686900 53582 
Vibrational harmonic frequencies (cm-1): 53583 
       57.1264                  100.9190                  108.8881             53584 
      127.3036                  156.7815                  167.9026             53585 
      178.5845                  185.7489                  199.8287             53586 
      224.4218                  242.5917                  273.9307             53587 
      289.0627                  302.5049                  352.2003             53588 
      367.8055                  401.6078                  433.2989             53589 
      473.4488                  515.6790                  574.6821             53590 
      595.5838                  651.9583                  756.6867             53591 
      865.0780                  929.1267                  956.8638             53592 
      977.1640                 1024.5568                 1058.0323             53593 
     1108.5174                 1124.0761                 1125.2449             53594 
     1153.7881                 1196.1590                 1226.5528             53595 
     1287.4014                 1336.3053                 1381.5802             53596 
     1400.0885                 1401.5468                 1417.4514             53597 
     1432.9900                 1444.0856                 1478.9043             53598 
     1485.7864                 1499.4015                 1960.0682             53599 
     3084.4683                 3087.0842                 3099.1621             53600 
     3164.9561                 3169.5550                 3179.5710             53601 
     3770.9963                 3784.5363                 3835.6152             53602 
Zero-point correction (Hartree): 0.155337 53603 
 53604 
triHPacyl.tmmmmtmppd 53605 
-------------------- 53606 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20334596  53607 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.08635494  53608 
     T1 diagnostic:  0.015872  53609 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.05208687  53610 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.06779146  53611 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05437612  53612 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.06903069  53613 
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E(PUHF/Aug-CC-pVTZ) (Hartree): -718.52044989  53614 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.51671428  53615 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17806134  53616 
Electronic state : 2-A 53617 
Cartesian coordinates (Angs): 53618 
     O      -2.096784     -1.408162      -1.287512 53619 
     O      -1.349195     -0.256608      -0.937497 53620 
     C      -0.610511     -0.519991       0.242542 53621 
     C       0.186923      0.768997       0.540666 53622 
     C       1.073120      1.221739      -0.615997 53623 
     O       1.993120      0.215438      -0.976722 53624 
     O       2.961345      0.125162       0.060893 53625 
     H      -1.491789     -1.855856      -1.896238 53626 
     C      -1.503844     -0.916770       1.409141 53627 
     H      -2.038136     -1.835656       1.184685 53628 
     H      -2.218804     -0.116921       1.591814 53629 
     H      -0.896556     -1.061576       2.300831 53630 
     C       0.372639     -1.678997      -0.011237 53631 
     O       1.184655     -2.077225       0.739079 53632 
     H       2.820398     -0.777470       0.383782 53633 
     H       0.814647      0.550278       1.407320 53634 
     O      -0.659992      1.801532       0.994076 53635 
     O      -1.306918      2.417295      -0.112429 53636 
     H      -1.991921      1.774883      -0.351200 53637 
     H       0.490142      1.394780      -1.516251 53638 
     H       1.592217      2.138212      -0.334528 53639 
Rotational constants (GHz):    1.0767800    0.8924400    0.6527300 53640 
Vibrational harmonic frequencies (cm-1): 53641 
       53.2076                  110.2449                  130.0823             53642 
      142.6752                  172.8109                  175.3621             53643 
      183.0644                  210.6525                  216.2126             53644 
      244.1876                  283.3002                  290.3661             53645 
      308.2307                  343.3005                  356.6134             53646 
      383.6416                  397.9087                  425.4471             53647 
      478.4949                  517.7142                  578.3481             53648 
      604.3103                  659.9820                  752.2698             53649 
      874.8335                  929.2512                  956.8165             53650 
      975.2632                 1021.9796                 1058.9558             53651 
     1107.7297                 1123.8579                 1128.8768             53652 
     1152.7457                 1190.8215                 1212.9366             53653 
     1287.7723                 1330.2673                 1380.3628             53654 
     1404.6028                 1411.3825                 1421.1123             53655 
     1443.5941                 1446.8579                 1482.2935             53656 
     1485.0940                 1497.6160                 1961.3345             53657 
     3085.3527                 3098.1553                 3099.7782             53658 
     3164.3933                 3175.7451                 3178.9592             53659 
     3763.2549                 3765.0784                 3780.8685             53660 
Zero-point correction (Hartree): 0.155864 53661 
 53662 
triHPacyl.tmmmmtpmpd 53663 
-------------------- 53664 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17482962  53665 
Electronic state : 2-A 53666 
Cartesian coordinates (Angs): 53667 
     O      -1.617272     -2.181817      -1.043383 53668 
     O      -0.958181     -0.933259      -1.149396 53669 
     C      -0.645501     -0.464256       0.143767 53670 
     C       0.060026      0.890333      -0.062488 53671 
     C       1.172707      0.811983      -1.105856 53672 
     O       2.101327     -0.201004      -0.789867 53673 
     O       2.911914      0.284165       0.272526 53674 
     H      -0.876383     -2.800966      -1.108393 53675 
     C      -1.870936     -0.370201       1.042257 53676 
     H      -2.259250     -1.361331       1.260570 53677 
     H      -2.638355      0.191912       0.512728 53678 
     H      -1.615420      0.137724       1.969539 53679 
     C       0.342892     -1.439611       0.818198 53680 
     O       0.956307     -1.244511       1.801897 53681 
     H       2.649422     -0.290675       1.007194 53682 
     H       0.475674      1.202794       0.896964 53683 
     O      -0.823991      1.884459      -0.530234 53684 
     O      -1.349438      2.577337       0.599772 53685 
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     H      -2.294792      2.556674       0.407880 53686 
     H       0.766437      0.534359      -2.076713 53687 
     H       1.672208      1.777075      -1.175549 53688 
Rotational constants (GHz):    0.9906700    0.8765200    0.6633600 53689 
Vibrational harmonic frequencies (cm-1): 53690 
       59.9990                   80.7255                  115.1999             53691 
      141.3968                  163.3032                  173.2486             53692 
      181.0086                  189.4524                  202.4584             53693 
      248.9761                  263.1613                  278.2109             53694 
      292.4101                  329.1605                  349.8269             53695 
      379.6224                  390.5222                  402.5336             53696 
      458.9329                  525.3140                  577.3328             53697 
      591.4098                  639.7818                  732.3922             53698 
      872.4033                  929.6904                  958.8238             53699 
     1019.9739                 1022.3009                 1061.7419             53700 
     1110.3317                 1117.2036                 1137.9098             53701 
     1146.3801                 1195.4908                 1225.4746             53702 
     1289.1321                 1331.8237                 1389.6465             53703 
     1399.2224                 1405.9908                 1416.0932             53704 
     1420.0728                 1447.7085                 1479.6011             53705 
     1484.1965                 1506.4802                 1958.1802             53706 
     3083.4996                 3098.6317                 3101.7910             53707 
     3161.5529                 3164.1577                 3176.4209             53708 
     3761.8740                 3784.6049                 3832.9240             53709 
Zero-point correction (Hartree): 0.155503 53710 
 53711 
triHPacyl.tmppmmtpmd 53712 
-------------------- 53713 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17531859  53714 
Electronic state : 2-A 53715 
Cartesian coordinates (Angs): 53716 
     O       2.068794     -0.154628       1.633639 53717 
     O       0.794406     -0.154280       1.024157 53718 
     C       0.845094      0.539286      -0.210378 53719 
     C      -0.597542      0.563048      -0.739627 53720 
     C      -1.171428     -0.801148      -1.113834 53721 
     O      -1.083821     -1.798964      -0.124803 53722 
     O      -1.843808     -1.372431       0.998734 53723 
     H       2.462401     -0.960258       1.265287 53724 
     C       1.429017      1.939651      -0.074869 53725 
     H       2.457830      1.890150       0.269832 53726 
     H       0.831765      2.495314       0.643910 53727 
     H       1.397302      2.443733      -1.039051 53728 
     C       1.707439     -0.240462      -1.230021 53729 
     O       2.462496     -1.102163      -0.985145 53730 
     H      -1.153870     -0.961268       1.544403 53731 
     H      -0.596888      1.159228      -1.659776 53732 
     O      -1.316486      1.248839       0.272661 53733 
     O      -2.692153      1.252314      -0.049673 53734 
     H      -2.991618      0.458241       0.422404 53735 
     H      -2.204074     -0.675700      -1.441357 53736 
     H      -0.593756     -1.201187      -1.949834 53737 
Rotational constants (GHz):    1.3271700    0.7664800    0.6773000 53738 
Vibrational harmonic frequencies (cm-1): 53739 
       50.0833                   86.6111                  107.5058             53740 
      131.1597                  148.8780                  192.1240             53741 
      197.8681                  212.4185                  238.8236             53742 
      255.7872                  283.2856                  329.7868             53743 
      340.1218                  372.8690                  404.0985             53744 
      407.2732                  431.4013                  471.7647             53745 
      504.7990                  547.9288                  564.0391             53746 
      655.8554                  726.9367                  801.4396             53747 
      845.2813                  891.8982                  942.0908             53748 
      975.8505                 1040.5866                 1052.8355             53749 
     1073.3391                 1128.8804                 1136.7123             53750 
     1161.6814                 1197.6728                 1236.4457             53751 
     1301.7297                 1364.3803                 1380.1588             53752 
     1402.4521                 1416.5073                 1435.8548             53753 
     1442.7447                 1451.1116                 1484.2987             53754 
     1487.1658                 1499.1686                 1982.2204             53755 
     3039.4133                 3079.9015                 3089.6152             53756 
     3124.3743                 3169.5338                 3183.4988             53757 
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     3730.8918                 3738.8228                 3761.9333             53758 
Zero-point correction (Hartree): 0.156537 53759 
 53760 
triHPacyl.tmppmttpmd 53761 
-------------------- 53762 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17515102  53763 
Electronic state : 2-A 53764 
Cartesian coordinates (Angs): 53765 
     O       1.839661      1.501314      -1.337898 53766 
     O       0.635721      0.865967      -0.956681 53767 
     C       0.943874     -0.287567      -0.194524 53768 
     C      -0.403419     -0.833955       0.313158 53769 
     C      -1.107469      0.042638       1.346479 53770 
     O      -1.237917      1.402309       1.004001 53771 
     O      -2.058369      1.484189      -0.154408 53772 
     H       1.969216      2.128825      -0.611760 53773 
     C       1.723964     -1.311852      -1.005841 53774 
     H       2.655076     -0.876940      -1.359443 53775 
     H       1.118500     -1.613247      -1.857734 53776 
     H       1.944891     -2.179504      -0.386928 53777 
     C       1.786975      0.116282       1.036663 53778 
     O       2.146123     -0.601718       1.887977 53779 
     H      -1.387314      1.498267      -0.856417 53780 
     H      -0.205985     -1.797233       0.797177 53781 
     O      -1.143600     -1.042237      -0.881869 53782 
     O      -2.462537     -1.434810      -0.558311 53783 
     H      -2.914560     -0.575531      -0.561110 53784 
     H      -2.081709     -0.389428       1.576078 53785 
     H      -0.514329      0.051413       2.262027 53786 
Rotational constants (GHz):    1.2114000    0.7487900    0.7249700 53787 
Vibrational harmonic frequencies (cm-1): 53788 
       56.8504                   82.7131                  107.3478             53789 
      117.9229                  137.9263                  182.8621             53790 
      201.4303                  218.5199                  235.9365             53791 
      244.3626                  273.3120                  307.7759             53792 
      326.2272                  351.0960                  363.5825             53793 
      401.6327                  468.6195                  479.4405             53794 
      508.4207                  548.0226                  569.1594             53795 
      621.5300                  710.6818                  806.0015             53796 
      847.8460                  903.3647                  949.3866             53797 
      972.9758                 1040.7353                 1047.8468             53798 
     1069.8858                 1123.7612                 1128.1422             53799 
     1162.1392                 1191.6491                 1227.9634             53800 
     1302.1555                 1362.0193                 1377.3587             53801 
     1399.9413                 1413.4639                 1424.5854             53802 
     1435.6396                 1447.7098                 1485.9082             53803 
     1489.6367                 1499.6768                 1989.0110             53804 
     3046.4721                 3085.6114                 3089.5993             53805 
     3134.1708                 3167.6865                 3177.3807             53806 
     3730.4907                 3739.0218                 3774.6785             53807 
Zero-point correction (Hartree): 0.156190 53808 
 53809 
triHPacyl.tmtmmmmmpd 53810 
-------------------- 53811 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17579209  53812 
Electronic state : 2-A 53813 
Cartesian coordinates (Angs): 53814 
     O       2.497117      0.487327       1.392333 53815 
     O       1.154359      0.190560       1.058883 53816 
     C       1.008156      0.173854      -0.346042 53817 
     C      -0.482358     -0.088807      -0.639101 53818 
     C      -1.106431     -1.072970       0.341666 53819 
     O      -2.427019     -1.411065      -0.031864 53820 
     O      -3.284183     -0.346811       0.371573 53821 
     H       2.887988     -0.397732       1.441222 53822 
     C       1.509196      1.435821      -1.026617 53823 
     H       2.583827      1.534257      -0.903151 53824 
     H       1.009031      2.288943      -0.574480 53825 
     H       1.266836      1.399259      -2.087168 53826 
     C       1.797602     -1.035974      -0.928558 53827 
     O       2.544861     -1.721165      -0.340775 53828 
     H      -3.452927      0.094881      -0.472033 53829 
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     H      -0.541395     -0.511471      -1.645291 53830 
     O      -1.240191      1.096372      -0.771156 53831 
     O      -1.293907      1.764667       0.479578 53832 
     H      -2.072848      1.353200       0.887872 53833 
     H      -0.555213     -2.014840       0.313245 53834 
     H      -1.090575     -0.697115       1.363119 53835 
Rotational constants (GHz):    1.5172100    0.6441700    0.5629900 53836 
Vibrational harmonic frequencies (cm-1): 53837 
       60.3091                   69.7285                   93.6705             53838 
      145.6278                  166.9028                  181.8316             53839 
      190.8970                  227.5936                  236.2975             53840 
      263.2165                  294.5280                  306.0600             53841 
      334.3709                  354.7506                  380.8157             53842 
      402.6362                  414.3154                  440.2423             53843 
      507.8935                  539.0978                  564.6711             53844 
      621.5236                  685.1252                  794.5640             53845 
      861.0234                  893.8442                  951.3159             53846 
      991.1011                 1005.8728                 1048.1432             53847 
     1102.9859                 1116.2643                 1131.0227             53848 
     1159.6950                 1188.4227                 1232.1425             53849 
     1303.0320                 1322.4587                 1397.4670             53850 
     1405.5192                 1409.9877                 1421.3873             53851 
     1436.1490                 1445.7163                 1477.2255             53852 
     1478.5409                 1498.6966                 1974.4884             53853 
     3085.1447                 3089.1096                 3089.6152             53854 
     3148.1199                 3169.6779                 3183.3117             53855 
     3736.5601                 3768.4090                 3799.0772             53856 
Zero-point correction (Hartree): 0.156278 53857 
 53858 
triHPacyl.tmtmmtmmpd 53859 
-------------------- 53860 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17551484  53861 
Electronic state : 2-A 53862 
Cartesian coordinates (Angs): 53863 
     O      -2.455800     -1.049022       1.400817 53864 
     O      -1.111336     -0.737302       1.082729 53865 
     C      -1.088222     -0.042272      -0.145965 53866 
     C       0.381712      0.333968      -0.430547 53867 
     C       1.138454      0.723758       0.832458 53868 
     O       2.436731      1.196433       0.535352 53869 
     O       3.271287      0.067183       0.293673 53870 
     H      -2.719041     -0.280566       1.927027 53871 
     C      -1.717249     -0.820907      -1.288006 53872 
     H      -2.777937     -0.969160      -1.106266 53873 
     H      -1.220592     -1.786302      -1.356916 53874 
     H      -1.579438     -0.276199      -2.220270 53875 
     C      -1.873757      1.290445       0.031365 53876 
     O      -1.936840      2.163878      -0.743483 53877 
     H       3.343541      0.084312      -0.670607 53878 
     H       0.369856      1.185952      -1.114873 53879 
     O       1.064924     -0.643000      -1.189532 53880 
     O       1.191999     -1.831403      -0.424855 53881 
     H       2.023226     -1.670405       0.049993 53882 
     H       0.634275      1.564893       1.312589 53883 
     H       1.192748     -0.096614       1.545883 53884 
Rotational constants (GHz):    1.3662900    0.6584300    0.5875100 53885 
Vibrational harmonic frequencies (cm-1): 53886 
       56.6115                   85.9587                   90.9171             53887 
      116.3946                  160.3059                  171.2033             53888 
      192.1805                  201.7455                  226.1778             53889 
      253.7856                  262.0728                  279.6845             53890 
      304.9778                  323.6905                  376.9029             53891 
      381.7142                  411.4637                  485.9012             53892 
      494.2833                  529.2076                  561.8161             53893 
      621.1841                  648.3987                  798.2132             53894 
      860.0088                  897.9230                  954.1767             53895 
      991.1351                 1006.7620                 1043.5715             53896 
     1102.6072                 1112.7813                 1126.5333             53897 
     1162.0644                 1186.8019                 1221.5165             53898 
     1303.6834                 1323.7942                 1399.3050             53899 
     1403.6610                 1409.7408                 1418.9314             53900 
     1420.5123                 1444.9110                 1477.2273             53901 
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     1477.8449                 1497.8578                 1989.9852             53902 
     3086.7035                 3087.1123                 3092.5751             53903 
     3146.4818                 3168.7175                 3180.5621             53904 
     3743.7234                 3781.5992                 3796.4241             53905 
Zero-point correction (Hartree): 0.155717 53906 
 53907 
triHPacyl.tmtmmttpmd 53908 
-------------------- 53909 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17311731  53910 
Electronic state : 2-A 53911 
Cartesian coordinates (Angs): 53912 
     O      -2.717711      0.034591      -1.629654 53913 
     O      -1.333048      0.010029      -1.334398 53914 
     C      -1.160310      0.158745       0.058926 53915 
     C       0.357678      0.117496       0.300885 53916 
     C       1.005577     -1.067323      -0.405948 53917 
     O       2.323927     -1.322738       0.047915 53918 
     O       3.191344     -0.365718      -0.548117 53919 
     H      -2.946877     -0.904590      -1.584677 53920 
     C      -1.808676      1.414311       0.617423 53921 
     H      -2.890584      1.352147       0.540185 53922 
     H      -1.450417      2.268802       0.049256 53923 
     H      -1.525242      1.531206       1.662058 53924 
     C      -1.789414     -1.067619       0.777059 53925 
     O      -1.696119     -1.329026       1.912860 53926 
     H       3.721083     -0.913372      -1.139382 53927 
     H       0.514764      0.036050       1.378469 53928 
     O       0.888585      1.352819      -0.139368 53929 
     O       1.940120      1.732888       0.732543 53930 
     H       2.704368      1.299895       0.320563 53931 
     H       0.465893     -1.986452      -0.165167 53932 
     H       1.001101     -0.920094      -1.485627 53933 
Rotational constants (GHz):    1.3503700    0.6056600    0.5785700 53934 
Vibrational harmonic frequencies (cm-1): 53935 
       39.9999                   57.2050                   86.6536             53936 
      101.3042                  112.6739                  142.9665             53937 
      157.8136                  185.1281                  208.3207             53938 
      225.1467                  256.0118                  272.2913             53939 
      290.2637                  309.3994                  345.0488             53940 
      373.9144                  408.2094                  441.5775             53941 
      488.8133                  512.5437                  537.5658             53942 
      583.5357                  633.9472                  797.6864             53943 
      882.2577                  902.4501                  970.7782             53944 
      986.4483                 1043.8584                 1050.2056             53945 
     1091.9941                 1116.8748                 1120.8568             53946 
     1166.9657                 1176.9606                 1227.8422             53947 
     1307.9446                 1328.7369                 1381.3551             53948 
     1384.3277                 1402.3438                 1417.2129             53949 
     1429.1201                 1456.2957                 1458.9018             53950 
     1480.2971                 1496.1989                 1991.3824             53951 
     3073.1329                 3088.1663                 3094.1206             53952 
     3136.4811                 3169.8049                 3182.8420             53953 
     3736.2248                 3782.2150                 3833.4885             53954 
Zero-point correction (Hartree): 0.154770 53955 
 53956 
triHPacyl.tmtmptmmpd 53957 
-------------------- 53958 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17404843  53959 
Electronic state : 2-A 53960 
Cartesian coordinates (Angs): 53961 
     O       2.448063     -1.027641      -1.409805 53962 
     O       1.097007     -0.780510      -1.050321 53963 
     C       1.090274     -0.004462       0.127976 53964 
     C      -0.381236      0.363927       0.410743 53965 
     C      -1.154382      0.689944      -0.860217 53966 
     O      -2.456110      1.158915      -0.571258 53967 
     O      -3.272475      0.030821      -0.267376 53968 
     H       2.522143     -1.974965      -1.237539 53969 
     C       1.743024     -0.699719       1.310423 53970 
     H       2.808670     -0.825755       1.135728 53971 
     H       1.268734     -1.669182       1.452323 53972 
     H       1.601945     -0.100804       2.208095 53973 
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     C       1.837973      1.332393      -0.140717 53974 
     O       1.976335      2.196380       0.636945 53975 
     H      -3.347320      0.101582       0.694137 53976 
     H      -0.374308      1.244200       1.058566 53977 
     O      -1.042615     -0.589889       1.219406 53978 
     O      -1.176637     -1.807776       0.503111 53979 
     H      -2.014332     -1.664629       0.033140 53980 
     H      -0.663465      1.514418      -1.380770 53981 
     H      -1.204528     -0.159766      -1.538555 53982 
Rotational constants (GHz):    1.3684400    0.6581800    0.5865200 53983 
Vibrational harmonic frequencies (cm-1): 53984 
       47.3090                   76.3638                   88.1084             53985 
      114.2929                  157.7713                  182.2884             53986 
      194.1104                  217.6735                  233.7077             53987 
      250.8417                  266.5279                  280.8742             53988 
      314.5555                  316.6582                  364.1705             53989 
      394.7622                  410.2203                  482.1287             53990 
      494.5970                  544.0443                  565.4252             53991 
      625.5221                  654.5601                  800.3152             53992 
      864.9444                  898.4728                  952.5779             53993 
      988.6360                 1006.1794                 1044.3405             53994 
     1102.3102                 1111.7836                 1125.4187             53995 
     1162.5870                 1184.9875                 1221.1316             53996 
     1302.8813                 1322.4624                 1395.9909             53997 
     1398.7492                 1409.6182                 1413.5035             53998 
     1421.6911                 1447.8395                 1476.8740             53999 
     1482.4739                 1500.2190                 1982.0402             54000 
     3082.8757                 3089.4410                 3092.0749             54001 
     3147.4843                 3165.3397                 3170.9706             54002 
     3738.2134                 3800.4858                 3816.3516             54003 
Zero-point correction (Hartree): 0.155822 54004 
 54005 
triHPacyl.tmtpmttpmd 54006 
-------------------- 54007 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17489898  54008 
Electronic state : 2-A 54009 
Cartesian coordinates (Angs): 54010 
     O      -2.934429     -0.493226       1.209777 54011 
     O      -1.522334     -0.535342       1.116739 54012 
     C      -1.140270     -0.085047      -0.165084 54013 
     C       0.393078     -0.129502      -0.194461 54014 
     C       1.012802      0.540827       1.025115 54015 
     O       2.421094      0.427797       1.030093 54016 
     O       2.927257      1.170348      -0.068707 54017 
     H      -3.080635      0.379054       1.602408 54018 
     C      -1.775812     -0.881933      -1.293603 54019 
     H      -2.850815     -0.726037      -1.307976 54020 
     H      -1.564126     -1.936538      -1.136767 54021 
     H      -1.351691     -0.564052      -2.244368 54022 
     C      -1.563291      1.402458      -0.327934 54023 
     O      -1.292932      2.101813      -1.224485 54024 
     H       2.988463      0.490651      -0.757244 54025 
     H       0.703601      0.374202      -1.112590 54026 
     O       0.767048     -1.495303      -0.277170 54027 
     O       2.079826     -1.558664      -0.822949 54028 
     H       2.613378     -1.659054      -0.021537 54029 
     H       0.719213      1.593577       1.074421 54030 
     H       0.699321      0.027989       1.933061 54031 
Rotational constants (GHz):    1.3498500    0.6352700    0.5784900 54032 
Vibrational harmonic frequencies (cm-1): 54033 
       54.8519                   74.9089                   97.0987             54034 
      126.1936                  138.3064                  161.6981             54035 
      182.8755                  203.1697                  208.9094             54036 
      250.6519                  260.2454                  273.5873             54037 
      318.5715                  346.7762                  365.2841             54038 
      391.1435                  410.8884                  464.3629             54039 
      485.9781                  498.8120                  552.8882             54040 
      582.4464                  640.0984                  808.0282             54041 
      885.8772                  905.6824                  961.2349             54042 
      995.0009                 1036.3439                 1049.6849             54043 
     1088.2532                 1111.4413                 1146.7994             54044 
     1169.4003                 1182.3002                 1235.1176             54045 
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     1302.6751                 1343.9112                 1388.1850             54046 
     1403.1865                 1418.1796                 1419.5251             54047 
     1428.1264                 1436.9447                 1471.6528             54048 
     1480.0717                 1498.0678                 1992.7480             54049 
     3058.4391                 3087.9791                 3090.7852             54050 
     3147.6479                 3170.6500                 3182.5271             54051 
     3752.0651                 3784.2978                 3785.3714             54052 
Zero-point correction (Hartree): 0.155617 54053 
 54054 
triHPacyl.tpmmmmmppd 54055 
-------------------- 54056 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17586875  54057 
Electronic state : 2-A 54058 
Cartesian coordinates (Angs): 54059 
     O       1.505408     -2.223934       0.240940 54060 
     O       0.554524     -1.386113      -0.386040 54061 
     C       0.582548     -0.086443       0.192972 54062 
     C      -0.570355      0.637270      -0.545749 54063 
     C      -1.926321      0.502324       0.139754 54064 
     O      -2.231674     -0.832393       0.470698 54065 
     O      -2.330703     -1.570907      -0.739840 54066 
     H       2.285832     -2.080878      -0.315671 54067 
     C       0.498651     -0.119709       1.711986 54068 
     H       1.408745     -0.540460       2.131721 54069 
     H      -0.344497     -0.741044       2.003723 54070 
     H       0.358995      0.888821       2.092606 54071 
     C       1.916377      0.611017      -0.185295 54072 
     O       2.836214      0.105695      -0.704866 54073 
     H      -1.477700     -2.031124      -0.748611 54074 
     H      -0.628479      0.191906      -1.540916 54075 
     O      -0.286755      1.988359      -0.833566 54076 
     O      -0.147056      2.702689       0.389173 54077 
     H       0.813771      2.819461       0.425967 54078 
     H      -1.930533      1.033876       1.090666 54079 
     H      -2.691199      0.925513      -0.513477 54080 
Rotational constants (GHz):    1.0804500    0.9119900    0.6067500 54081 
Vibrational harmonic frequencies (cm-1): 54082 
       74.3068                   94.4135                  114.8554             54083 
      148.0148                  161.4026                  164.4588             54084 
      205.8970                  216.7626                  258.7463             54085 
      267.8364                  305.6215                  311.2692             54086 
      348.4076                  361.3023                  384.0229             54087 
      409.3267                  433.2905                  442.4957             54088 
      460.3050                  520.2624                  549.4507             54089 
      624.9217                  685.8678                  737.1816             54090 
      892.8235                  909.3315                  953.4951             54091 
      978.7146                 1024.6456                 1049.2658             54092 
     1109.2426                 1121.0144                 1136.3421             54093 
     1158.2098                 1189.3212                 1237.9812             54094 
     1282.8071                 1343.7427                 1383.8157             54095 
     1403.1463                 1414.0290                 1429.3880             54096 
     1437.4435                 1441.2662                 1484.4426             54097 
     1496.2352                 1508.9996                 1982.3621             54098 
     3081.1891                 3095.7885                 3099.1519             54099 
     3147.2502                 3176.2158                 3183.9319             54100 
     3758.5940                 3764.2834                 3766.8428             54101 
Zero-point correction (Hartree): 0.156560 54102 
 54103 
triHPacyl.tpmmmmpmpd 54104 
-------------------- 54105 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17662246  54106 
Electronic state : 2-A 54107 
Cartesian coordinates (Angs): 54108 
     O       0.704593     -2.549262      -0.105218 54109 
     O       0.095935     -1.348501      -0.536979 54110 
     C       0.486966     -0.269586       0.296858 54111 
     C      -0.376898      0.917992      -0.187616 54112 
     C      -1.803279      0.910524       0.370543 54113 
     O      -2.429369     -0.344524       0.326247 54114 
     O      -2.605160     -0.691029      -1.039812 54115 
     H       1.534463     -2.538850      -0.606417 54116 
     C       0.347690     -0.556214       1.783467 54117 
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     H       1.092822     -1.274842       2.113921 54118 
     H      -0.643736     -0.961983       1.971981 54119 
     H       0.481573      0.373555       2.335079 54120 
     C       1.982289      0.039347       0.034009 54121 
     O       2.742439     -0.656271      -0.525513 54122 
     H      -1.869654     -1.309637      -1.167477 54123 
     H      -0.395685      0.911342      -1.277849 54124 
     O       0.147882      2.146863       0.265224 54125 
     O       1.119174      2.605806      -0.661028 54126 
     H       1.945649      2.411935      -0.195159 54127 
     H      -1.782823      1.174931       1.428739 54128 
     H      -2.387174      1.656504      -0.169756 54129 
Rotational constants (GHz):    1.0638800    0.8998000    0.5996400 54130 
Vibrational harmonic frequencies (cm-1): 54131 
       65.4864                   85.6706                   97.3038             54132 
      152.9601                  158.4969                  184.0029             54133 
      204.4083                  223.9230                  250.1105             54134 
      268.2723                  283.3695                  297.7572             54135 
      316.2780                  352.7992                  383.2850             54136 
      405.1493                  437.7563                  453.0568             54137 
      470.1919                  502.8241                  546.8924             54138 
      597.5979                  685.2821                  730.2468             54139 
      886.0795                  908.8153                  960.0320             54140 
     1018.9762                 1024.9259                 1052.8451             54141 
     1095.6620                 1133.1397                 1148.3833             54142 
     1165.5896                 1191.7090                 1241.8371             54143 
     1292.1064                 1337.9435                 1386.8678             54144 
     1402.9109                 1414.1457                 1421.7565             54145 
     1437.8388                 1444.4129                 1481.1169             54146 
     1493.5521                 1508.5098                 1973.7241             54147 
     3080.8396                 3083.1045                 3106.1045             54148 
     3136.4338                 3163.3592                 3174.9089             54149 
     3753.4297                 3761.5281                 3764.4541             54150 
Zero-point correction (Hartree): 0.156283 54151 
 54152 
triHPacyl.tpmmmtmppd 54153 
-------------------- 54154 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17647267  54155 
Electronic state : 2-A 54156 
Cartesian coordinates (Angs): 54157 
     O       0.309889      2.799006      -0.009615 54158 
     O       0.602991      1.493720      -0.471235 54159 
     C      -0.344343      0.578720       0.064964 54160 
     C       0.099550     -0.773903      -0.559351 54161 
     C       1.169971     -1.499631       0.254122 54162 
     O       2.244902     -0.667094       0.616309 54163 
     O       2.888883     -0.239727      -0.576588 54164 
     H      -0.235024      3.142792      -0.732068 54165 
     C      -0.402157      0.634950       1.584872 54166 
     H      -0.800828      1.591881       1.911006 54167 
     H       0.605559      0.519475       1.978185 54168 
     H      -1.036882     -0.165855       1.955273 54169 
     C      -1.738669      0.957549      -0.489619 54170 
     O      -2.769212      0.469204      -0.223004 54171 
     H       2.545641      0.663082      -0.658377 54172 
     H       0.496657     -0.542337      -1.549207 54173 
     O      -0.968636     -1.642923      -0.853537 54174 
     O      -1.577505     -2.065068       0.362471 54175 
     H      -2.407757     -1.566499       0.333967 54176 
     H       0.757085     -1.849884       1.199056 54177 
     H       1.518949     -2.355709      -0.326189 54178 
Rotational constants (GHz):    1.1318600    0.9084200    0.6046200 54179 
Vibrational harmonic frequencies (cm-1): 54180 
       78.7257                  104.8114                  111.9491             54181 
      148.5422                  164.6964                  178.4778             54182 
      201.4729                  217.1273                  233.2569             54183 
      251.0230                  285.4459                  309.3789             54184 
      318.2601                  338.4067                  371.6309             54185 
      408.1663                  421.2204                  467.9235             54186 
      471.1337                  484.2509                  581.7041             54187 
      595.4167                  682.5715                  721.6727             54188 
      883.3446                  924.0247                  952.9382             54189 
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      977.5567                 1018.5901                 1047.2305             54190 
     1099.4576                 1120.4961                 1138.7214             54191 
     1167.6163                 1185.8016                 1219.1242             54192 
     1285.0325                 1343.5972                 1377.1769             54193 
     1399.3515                 1413.8232                 1420.7936             54194 
     1440.7434                 1442.1391                 1482.1929             54195 
     1491.8823                 1506.9854                 1987.7245             54196 
     3079.6955                 3092.4605                 3103.3850             54197 
     3148.9953                 3174.7437                 3181.4248             54198 
     3753.7689                 3764.7283                 3778.5954             54199 
Zero-point correction (Hartree): 0.156172 54200 
 54201 
triHPacyl.tpmmmtpmpd 54202 
-------------------- 54203 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17529099  54204 
Electronic state : 2-A 54205 
Cartesian coordinates (Angs): 54206 
     O       0.415170      2.701479      -0.447255 54207 
     O       0.622342      1.316312      -0.652636 54208 
     C      -0.288258      0.584957       0.150219 54209 
     C       0.016482     -0.896343      -0.196049 54210 
     C       1.242011     -1.451806       0.539217 54211 
     O       2.351448     -0.593861       0.544456 54212 
     O       2.797661     -0.455900      -0.796907 54213 
     H      -0.194155      2.915866      -1.168476 54214 
     C      -0.181983      0.907813       1.631655 54215 
     H      -0.538405      1.914483       1.832650 54216 
     H       0.858630      0.830759       1.939506 54217 
     H      -0.793946      0.199080       2.188394 54218 
     C      -1.719073      0.947655      -0.315398 54219 
     O      -2.729030      0.645156       0.195310 54220 
     H       2.427489      0.411129      -1.023275 54221 
     H       0.153086     -0.976000      -1.274190 54222 
     O      -1.026290     -1.754453       0.208784 54223 
     O      -1.942142     -1.902508      -0.868245 54224 
     H      -2.734993     -1.483564      -0.506982 54225 
     H       0.998304     -1.600298       1.592064 54226 
     H       1.495649     -2.414906       0.094398 54227 
Rotational constants (GHz):    1.1327500    0.8606900    0.5984900 54228 
Vibrational harmonic frequencies (cm-1): 54229 
       58.7091                   92.1935                   98.9551             54230 
      139.2177                  166.6582                  182.7904             54231 
      198.0907                  221.8549                  223.8972             54232 
      269.1106                  274.8193                  287.5695             54233 
      313.0822                  338.3746                  375.7605             54234 
      383.4279                  435.3643                  457.8581             54235 
      485.2751                  487.9076                  521.2383             54236 
      627.2542                  652.1421                  718.5935             54237 
      885.6255                  916.2640                  959.5886             54238 
     1013.7957                 1019.9759                 1050.5162             54239 
     1087.7176                 1132.8285                 1147.0218             54240 
     1172.4726                 1188.4029                 1220.6238             54241 
     1289.4069                 1336.4655                 1379.1933             54242 
     1397.7585                 1411.2541                 1422.4781             54243 
     1425.2398                 1444.7453                 1477.9669             54244 
     1490.0980                 1508.0204                 1982.0818             54245 
     3079.7879                 3082.8618                 3112.8781             54246 
     3136.2954                 3164.6826                 3175.3761             54247 
     3753.5678                 3779.2370                 3803.1034             54248 
Zero-point correction (Hartree): 0.155958 54249 
 54250 
triHPacyl.ttmmmmmpmd 54251 
-------------------- 54252 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17472892  54253 
Electronic state : 2-A 54254 
Cartesian coordinates (Angs): 54255 
     O       2.628505     -1.090987      -0.753812 54256 
     O       1.611568     -0.125441      -0.942216 54257 
     C       0.477379     -0.448232      -0.146234 54258 
     C      -0.605685      0.544973      -0.610390 54259 
     C      -1.743190      0.780830       0.383401 54260 
     O      -2.413213     -0.392391       0.784388 54261 
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     O      -3.014544     -0.951176      -0.381489 54262 
     H       3.064267     -0.771227       0.051104 54263 
     C       0.032861     -1.894937      -0.318150 54264 
     H       0.817471     -2.570300       0.010670 54265 
     H      -0.164566     -2.069860      -1.374713 54266 
     H      -0.872145     -2.078669       0.252674 54267 
     C       0.829125     -0.245727       1.344641 54268 
     O       1.912053     -0.178124       1.795104 54269 
     H      -3.952579     -0.855245      -0.176852 54270 
     H      -1.006650      0.174925      -1.555121 54271 
     O      -0.061372      1.802604      -0.959358 54272 
     O       0.638557      2.304927       0.171454 54273 
     H       1.552936      2.104773      -0.077028 54274 
     H      -1.353026      1.202369       1.308901 54275 
     H      -2.441068      1.486494      -0.071820 54276 
Rotational constants (GHz):    1.2848900    0.7399300    0.6309200 54277 
Vibrational harmonic frequencies (cm-1): 54278 
       52.0460                   85.7332                  112.6579             54279 
      131.0819                  147.6860                  168.5872             54280 
      183.4136                  200.3655                  214.4435             54281 
      231.9342                  274.0335                  285.7044             54282 
      335.2671                  360.1822                  370.3056             54283 
      406.7919                  430.4899                  441.7262             54284 
      478.0729                  492.5394                  573.6653             54285 
      593.7298                  726.2959                  737.7638             54286 
      872.3845                  908.5136                  950.1525             54287 
      977.6671                 1040.8319                 1053.2025             54288 
     1098.7996                 1118.4837                 1133.1688             54289 
     1159.0987                 1186.1611                 1240.0503             54290 
     1285.0581                 1340.0336                 1376.7402             54291 
     1388.9712                 1405.9234                 1412.1161             54292 
     1425.8955                 1445.4358                 1482.8284             54293 
     1486.8879                 1502.0184                 1964.0545             54294 
     3074.2504                 3090.9681                 3109.3349             54295 
     3148.0582                 3171.2189                 3196.1877             54296 
     3756.1253                 3775.7902                 3829.4278             54297 
Zero-point correction (Hartree): 0.155919 54298 
 54299 
triHPacyl.ttmmmmpmmd 54300 
-------------------- 54301 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17419332  54302 
Electronic state : 2-A 54303 
Cartesian coordinates (Angs): 54304 
     O       2.580632     -0.769821      -1.150572 54305 
     O       1.472467      0.091268      -0.977684 54306 
     C       0.534109     -0.472164      -0.064874 54307 
     C      -0.589133      0.573041      -0.018740 54308 
     C      -1.757364      0.213669       0.898985 54309 
     O      -2.547324     -0.845526       0.406952 54310 
     O      -3.127450     -0.416898      -0.819578 54311 
     H       3.137599     -0.536169      -0.391765 54312 
     C       0.075588     -1.858415      -0.483205 54313 
     H       0.942800     -2.484472      -0.674218 54314 
     H      -0.522254     -1.777223      -1.389948 54315 
     H      -0.535517     -2.308425       0.294396 54316 
     C       1.174763     -0.549368       1.340112 54317 
     O       2.313582     -0.439899       1.597188 54318 
     H      -4.059426     -0.347912      -0.578591 54319 
     H      -0.961731      0.724426      -1.032726 54320 
     O      -0.082154      1.795562       0.485265 54321 
     O       0.378658      2.600995      -0.586750 54322 
     H       1.227335      2.187359      -0.804966 54323 
     H      -1.405944     -0.137938       1.870210 54324 
     H      -2.357932      1.114331       1.035373 54325 
Rotational constants (GHz):    1.2510200    0.6904600    0.5949800 54326 
Vibrational harmonic frequencies (cm-1): 54327 
       18.4013                   58.8148                   88.1131             54328 
      124.7106                  164.5078                  172.0335             54329 
      184.2790                  205.0766                  218.9281             54330 
      224.1525                  256.2514                  301.9559             54331 
      310.7341                  343.2326                  384.4856             54332 
      398.3489                  411.4655                  432.3641             54333 
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      449.4038                  506.4052                  565.4752             54334 
      615.3729                  642.0859                  725.9816             54335 
      879.9601                  907.5853                  954.4651             54336 
     1014.5490                 1037.5904                 1048.7335             54337 
     1114.6647                 1122.0043                 1139.6500             54338 
     1157.2212                 1187.0267                 1239.0077             54339 
     1289.7133                 1330.0640                 1376.7461             54340 
     1392.4317                 1410.9227                 1420.1160             54341 
     1444.8612                 1454.3395                 1479.2005             54342 
     1483.6182                 1498.9303                 1979.4973             54343 
     3075.2055                 3087.7092                 3110.4397             54344 
     3134.2261                 3167.7755                 3182.9337             54345 
     3751.1531                 3764.6807                 3823.2610             54346 
Zero-point correction (Hartree): 0.155514 54347 
 54348 
triHPacyl.ttppmmpmmd 54349 
-------------------- 54350 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17496438  54351 
Electronic state : 2-A 54352 
Cartesian coordinates (Angs): 54353 
     O       2.932464     -0.389541      -0.198594 54354 
     O       1.795470      0.413849      -0.448640 54355 
     C       0.604933     -0.366161      -0.378897 54356 
     C      -0.504847      0.635476      -0.733328 54357 
     C      -1.858840     -0.004807      -1.032684 54358 
     O      -2.252329     -1.042853      -0.168550 54359 
     O      -2.668390     -0.463438       1.056411 54360 
     H       2.980614     -0.380239       0.769813 54361 
     C       0.648167     -1.583900      -1.285046 54362 
     H       1.534834     -2.174078      -1.072818 54363 
     H       0.690495     -1.249360      -2.321595 54364 
     H      -0.238389     -2.194668      -1.132342 54365 
     C       0.399023     -0.813204       1.090188 54366 
     O       1.214193     -0.827469       1.932666 54367 
     H      -1.878391     -0.572917       1.608299 54368 
     H      -0.190264      1.170482      -1.633140 54369 
     O      -0.652045      1.579818       0.313978 54370 
     O       0.220099      2.675509       0.079430 54371 
     H       1.082686      2.325396       0.346363 54372 
     H      -2.613588      0.782145      -1.045432 54373 
     H      -1.814320     -0.478179      -2.014153 54374 
Rotational constants (GHz):    1.2248900    0.7713300    0.6707000 54375 
Vibrational harmonic frequencies (cm-1): 54376 
       58.4405                   83.9547                  111.8432             54377 
      143.7830                  149.7761                  168.7285             54378 
      195.4413                  210.6219                  233.8390             54379 
      269.3998                  302.4248                  311.3915             54380 
      336.5699                  362.9040                  378.8936             54381 
      390.1686                  411.1358                  431.2171             54382 
      450.8403                  472.5800                  580.6931             54383 
      584.8432                  705.1121                  780.1905             54384 
      868.4580                  907.0495                  933.3961             54385 
      991.1520                 1024.8900                 1053.0507             54386 
     1071.4008                 1141.1556                 1143.3326             54387 
     1149.8528                 1190.3396                 1239.8939             54388 
     1308.8239                 1355.0725                 1363.1813             54389 
     1402.0456                 1409.7951                 1428.0477             54390 
     1442.6545                 1450.0900                 1460.9841             54391 
     1492.5026                 1506.7793                 1977.0634             54392 
     3076.8554                 3081.6693                 3086.6366             54393 
     3136.9798                 3162.5910                 3184.1083             54394 
     3738.4420                 3755.3761                 3774.9612             54395 
Zero-point correction (Hartree): 0.155903 54396 
 54397 
triHPacyl.ttppmmtpmd 54398 
-------------------- 54399 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17671595  54400 
Electronic state : 2-A 54401 
Cartesian coordinates (Angs): 54402 
     O      -3.121321     -0.360725      -0.277916 54403 
     O      -1.828270     -0.757298      -0.689980 54404 
     C      -0.875720      0.222101      -0.311609 54405 
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     C       0.446770     -0.322279      -0.866522 54406 
     C       1.551153      0.715732      -1.005644 54407 
     O       1.814525      1.464375       0.160971 54408 
     O       2.420545      0.598007       1.112674 54409 
     H      -3.177665     -0.754720       0.605237 54410 
     C      -1.234079      1.609444      -0.821609 54411 
     H      -2.235887      1.867539      -0.491149 54412 
     H      -1.216291      1.603300      -1.911255 54413 
     H      -0.529314      2.347107      -0.444752 54414 
     C      -0.764841      0.281530       1.236884 54415 
     O      -1.550440     -0.116215       2.008998 54416 
     H       1.668348      0.400791       1.693608 54417 
     H       0.246125     -0.732542      -1.862173 54418 
     O       0.773843     -1.381510       0.024324 54419 
     O       2.011548     -1.948984      -0.349687 54420 
     H       2.624454     -1.444383       0.208635 54421 
     H       2.463022      0.233344      -1.357214 54422 
     H       1.254074      1.459201      -1.745013 54423 
Rotational constants (GHz):    1.4043800    0.6944600    0.6566200 54424 
Vibrational harmonic frequencies (cm-1): 54425 
       70.4931                   93.3145                  111.0477             54426 
      136.3458                  164.7018                  198.0429             54427 
      207.0573                  227.1894                  253.4445             54428 
      274.3097                  295.7002                  331.6311             54429 
      360.3349                  378.0153                  402.1076             54430 
      410.5975                  438.5090                  462.3774             54431 
      484.0530                  536.2437                  570.5685             54432 
      643.1546                  694.5456                  781.6524             54433 
      864.0501                  908.2232                  934.3403             54434 
      979.6047                 1039.2448                 1048.2316             54435 
     1058.7655                 1126.3205                 1142.7416             54436 
     1161.2645                 1196.6610                 1239.8881             54437 
     1297.5861                 1361.5431                 1376.7935             54438 
     1400.0818                 1410.5994                 1424.2887             54439 
     1440.3957                 1449.2658                 1480.1601             54440 
     1499.2303                 1508.3174                 1980.8841             54441 
     3056.9564                 3081.4001                 3095.9566             54442 
     3141.5894                 3162.5374                 3182.7689             54443 
     3730.6481                 3743.0381                 3771.3278             54444 
Zero-point correction (Hartree): 0.156784 54445 
 54446 
triHPacyl.ttppmttpmd 54447 
-------------------- 54448 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17604036  54449 
Electronic state : 2-A 54450 
Cartesian coordinates (Angs): 54451 
     O       3.257893      0.388639       0.190623 54452 
     O       2.038625      0.926947      -0.284419 54453 
     C       1.036566     -0.075463      -0.227442 54454 
     C      -0.235247      0.671506      -0.667426 54455 
     C      -1.306794     -0.189812      -1.318892 54456 
     O      -1.744703     -1.288402      -0.553106 54457 
     O      -2.516794     -0.787849       0.532786 54458 
     H       3.237310      0.646950       1.122709 54459 
     C       1.395632     -1.278989      -1.085712 54460 
     H       2.353469     -1.678272      -0.763921 54461 
     H       1.485163     -0.959232      -2.123889 54462 
     H       0.632956     -2.049541      -0.997012 54463 
     C       0.902999     -0.551295       1.242722 54464 
     O       0.107222     -1.277613       1.702366 54465 
     H      -1.908972     -0.943158       1.272549 54466 
     H       0.074893      1.419998      -1.406274 54467 
     O      -0.675315      1.332357       0.511299 54468 
     O      -1.847314      2.066375       0.225020 54469 
     H      -2.531436      1.420368       0.464275 54470 
     H      -2.154723      0.437131      -1.595117 54471 
     H      -0.904501     -0.633549      -2.229387 54472 
Rotational constants (GHz):    1.4068500    0.7317900    0.6574100 54473 
Vibrational harmonic frequencies (cm-1): 54474 
       78.3687                  113.8862                  126.8874             54475 
      148.6345                  154.3497                  182.8635             54476 
      203.1641                  228.3844                  250.1761             54477 
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      265.3403                  287.8741                  298.3090             54478 
      340.8383                  349.9989                  380.0904             54479 
      398.7724                  478.5641                  486.5867             54480 
      488.7324                  523.9890                  567.2445             54481 
      632.1311                  682.3916                  778.3213             54482 
      864.6413                  911.2760                  936.5812             54483 
      983.0692                 1035.7150                 1047.3616             54484 
     1058.5522                 1128.7556                 1134.8494             54485 
     1169.7395                 1195.3175                 1233.2820             54486 
     1298.5156                 1356.4052                 1377.6343             54487 
     1398.5518                 1410.8016                 1420.8930             54488 
     1432.9995                 1450.3347                 1478.3589             54489 
     1497.9612                 1506.8508                 1985.6057             54490 
     3043.0292                 3076.7915                 3093.9719             54491 
     3139.9172                 3158.2991                 3179.0009             54492 
     3740.0424                 3750.0944                 3788.9650             54493 
Zero-point correction (Hartree): 0.156579 54494 
 54495 
 54496 
 54497 
CO elimination from (2R,3R)-2-Me-2,3,4-triOOH-1-oxo-butyl (D, R,R-di-HPALD-I) 54498 
============================================================================= 54499 
 54500 
TS.triHPacyl.COelim.mmpppmmpmd 54501 
------------------------------ 54502 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16086863  54503 
Electronic state : 2-A 54504 
Cartesian coordinates (Angs): 54505 
     O      -0.175920      0.349154       1.970846 54506 
     O       0.862688     -0.342465       1.235132 54507 
     C       1.009741      0.264600       0.009043 54508 
     C      -0.087793      0.062349      -1.019523 54509 
     C      -0.894826     -1.218101      -0.833577 54510 
     O      -1.673529     -1.282261       0.350840 54511 
     O      -2.989966     -0.834069       0.072726 54512 
     H      -0.917248     -0.261098       1.791984 54513 
     C       1.714826      1.582659       0.019040 54514 
     H       2.626468      1.508483       0.608453 54515 
     H       1.082037      2.354049       0.466422 54516 
     H       1.952784      1.900184      -0.995295 54517 
     C       2.418516     -1.016263      -0.644488 54518 
     O       3.453035     -0.921094      -0.179649 54519 
     H      -2.866801      0.132436       0.044081 54520 
     H       0.413138     -0.033566      -1.988850 54521 
     O      -0.850502      1.247294      -1.236071 54522 
     O      -1.681878      1.543426      -0.122531 54523 
     H      -1.063236      1.686514       0.614204 54524 
     H      -1.554079     -1.372029      -1.686379 54525 
     H      -0.187271     -2.046318      -0.767930 54526 
Rotational constants (GHz):    1.4382300    0.6719800    0.6317900 54527 
Vibrational harmonic frequencies (cm-1): 54528 
     i405.2782                   41.6306                   84.9068             54529 
      106.3869                  138.8295                  152.7652             54530 
      168.3275                  173.1424                  210.7980             54531 
      225.3462                  239.4257                  255.1508             54532 
      269.5507                  304.3138                  321.1331             54533 
      357.1824                  371.8754                  478.3625             54534 
      499.9347                  522.2216                  577.8620             54535 
      628.9909                  697.1336                  715.1250             54536 
      822.7990                  878.0857                  906.8291             54537 
      949.1748                  969.6706                 1021.5987             54538 
     1029.3876                 1057.8214                 1121.2816             54539 
     1149.3145                 1203.7425                 1261.6078             54540 
     1316.3516                 1353.1291                 1367.3719             54541 
     1402.3602                 1411.3169                 1432.9770             54542 
     1460.3123                 1463.2160                 1471.9082             54543 
     1483.6917                 1487.8712                 2094.6714             54544 
     3052.6914                 3060.3289                 3085.2929             54545 
     3122.0141                 3143.4944                 3163.1655             54546 
     3620.1811                 3642.5924                 3701.6216             54547 
Zero-point correction (Hartree): 0.153203 54548 
 54549 
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TS.triHPacyl.COelim.mmppppmpmd 54550 
------------------------------ 54551 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15987403  54552 
Electronic state : 2-A 54553 
Cartesian coordinates (Angs): 54554 
     O      -0.502942      1.463516       1.480221 54555 
     O       0.635394      0.575696       1.457569 54556 
     C       1.024823      0.412991       0.147031 54557 
     C       0.150822     -0.444668      -0.749363 54558 
     C      -0.694581     -1.472587      -0.003611 54559 
     O      -1.690429     -0.936743       0.852229 54560 
     O      -2.920494     -0.862136       0.150596 54561 
     H      -1.212016      0.798481       1.566876 54562 
     C       1.724907      1.577002      -0.476863 54563 
     H       2.503803      1.938795       0.191889 54564 
     H       1.027850      2.399764      -0.657830 54565 
     H       2.157948      1.295042      -1.435696 54566 
     C       2.602106     -0.833749       0.532590 54567 
     O       2.958504     -1.483414      -0.333097 54568 
     H      -2.784856     -0.068555      -0.398690 54569 
     H       0.822384     -1.012605      -1.403162 54570 
     O      -0.544925      0.333123      -1.723404 54571 
     O      -1.567731      1.122216      -1.131746 54572 
     H      -1.098480      1.709058      -0.514022 54573 
     H      -1.175321     -2.145772      -0.711657 54574 
     H      -0.028796     -2.046216       0.644647 54575 
Rotational constants (GHz):    1.3029200    0.7123700    0.6711500 54576 
Vibrational harmonic frequencies (cm-1): 54577 
     i403.8184                   23.5388                   83.8138             54578 
      104.8163                  130.1717                  148.5530             54579 
      170.8791                  185.2697                  213.3369             54580 
      216.8206                  244.3276                  245.6307             54581 
      263.8030                  306.3972                  338.6786             54582 
      343.3412                  370.7776                  475.8785             54583 
      499.2854                  521.3738                  570.9549             54584 
      620.3817                  692.9464                  711.2367             54585 
      822.1908                  903.5965                  920.0237             54586 
      949.3231                  968.0000                 1020.7363             54587 
     1029.9030                 1053.5439                 1119.5153             54588 
     1149.6237                 1205.6959                 1259.8243             54589 
     1321.7884                 1355.1352                 1374.4672             54590 
     1404.4859                 1411.6395                 1437.8494             54591 
     1460.8506                 1461.1317                 1473.7370             54592 
     1478.4105                 1489.5598                 2085.3785             54593 
     3052.1382                 3054.5253                 3079.1621             54594 
     3120.4165                 3141.2496                 3159.7993             54595 
     3613.7762                 3643.2154                 3699.6367             54596 
Zero-point correction (Hartree): 0.153099 54597 
 54598 
TS.triHPacyl.COelim.mmtmpmmmmd 54599 
------------------------------ 54600 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16135982  54601 
Electronic state : 2-A 54602 
Cartesian coordinates (Angs): 54603 
     O      -1.245317      1.919491      -1.155839 54604 
     O      -1.160657      0.485562      -1.073727 54605 
     C      -1.059227      0.082226       0.235232 54606 
     C       0.328822     -0.329219       0.664610 54607 
     C       1.065221     -1.107242      -0.416785 54608 
     O       2.378700     -1.457177      -0.020354 54609 
     O       3.228701     -0.338570      -0.260130 54610 
     H      -0.325398      2.165693      -0.954795 54611 
     C      -1.901485      0.800851       1.238903 54612 
     H      -2.893855      0.980952       0.831114 54613 
     H      -1.450460      1.757670       1.502945 54614 
     H      -1.979869      0.201002       2.145880 54615 
     C      -2.017321     -1.695523       0.134039 54616 
     O      -3.060669     -1.661457      -0.322594 54617 
     H       3.810785     -0.687457      -0.946186 54618 
     H       0.247685     -0.948795       1.561031 54619 
     O       1.077089      0.786822       1.139427 54620 
     O       1.315943      1.676445       0.056667 54621 
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     H       2.180720      1.358215      -0.250379 54622 
     H       0.554940     -2.058333      -0.572640 54623 
     H       1.089051     -0.564433      -1.360562 54624 
Rotational constants (GHz):    1.3436400    0.6648000    0.5441500 54625 
Vibrational harmonic frequencies (cm-1): 54626 
     i375.3708                   40.9033                   67.7273             54627 
       83.5016                  106.1716                  143.6327             54628 
      166.7024                  187.0561                  203.7996             54629 
      225.9144                  230.9476                  251.9149             54630 
      267.8833                  279.3867                  312.9005             54631 
      321.1750                  330.7666                  438.6314             54632 
      492.3972                  510.0728                  557.5670             54633 
      581.9053                  602.3967                  687.1066             54634 
      835.4068                  887.3782                  928.6811             54635 
      952.1602                  989.9905                 1003.4941             54636 
     1047.5246                 1097.6813                 1110.7958             54637 
     1136.5285                 1207.7690                 1267.6359             54638 
     1308.0368                 1331.7875                 1365.2821             54639 
     1390.2236                 1408.8826                 1426.5249             54640 
     1442.2412                 1450.8912                 1472.1543             54641 
     1475.1031                 1486.5653                 2086.3247             54642 
     3066.9946                 3089.7927                 3094.1255             54643 
     3133.1213                 3146.7752                 3161.4419             54644 
     3697.0475                 3710.2594                 3825.5669             54645 
Zero-point correction (Hartree): 0.152921 54646 
 54647 
TS.triHPacyl.COelim.mmtmpmmmpd 54648 
------------------------------ 54649 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16270065  54650 
Electronic state : 2-A 54651 
Cartesian coordinates (Angs): 54652 
     O      -1.325422      1.926870      -1.111354 54653 
     O      -1.194792      0.496810      -1.053702 54654 
     C      -1.042347      0.074872       0.244080 54655 
     C       0.360912     -0.343580       0.608321 54656 
     C       1.068475     -1.089143      -0.513096 54657 
     O       2.375340     -1.489848      -0.151087 54658 
     O       3.235682     -0.357952      -0.266507 54659 
     H      -0.406532      2.198610      -0.944228 54660 
     C      -1.840773      0.779004       1.293142 54661 
     H      -2.850861      0.960521       0.932357 54662 
     H      -1.382581      1.734517       1.549423 54663 
     H      -1.877218      0.166724       2.194467 54664 
     C      -1.997613     -1.698512       0.164314 54665 
     O      -3.052272     -1.667091      -0.265627 54666 
     H       3.420029     -0.165126       0.662801 54667 
     H       0.315666     -0.982505       1.493845 54668 
     O       1.129545      0.769231       1.077515 54669 
     O       1.301901      1.690432       0.008416 54670 
     H       2.095564      1.334172      -0.426677 54671 
     H       0.537441     -2.021010      -0.708781 54672 
     H       1.096711     -0.509358      -1.435006 54673 
Rotational constants (GHz):    1.3449400    0.6688400    0.5446200 54674 
Vibrational harmonic frequencies (cm-1): 54675 
     i378.0998                   40.3300                   64.8405             54676 
       86.7174                  103.8570                  132.9695             54677 
      166.5623                  198.4923                  204.7509             54678 
      208.6557                  232.2033                  257.3999             54679 
      282.2631                  305.8529                  319.9922             54680 
      328.9512                  396.7564                  442.0995             54681 
      481.1700                  515.8997                  558.8110             54682 
      604.2422                  623.9904                  686.9317             54683 
      840.8970                  885.9549                  935.0452             54684 
      949.5196                  991.2537                 1001.5921             54685 
     1047.5651                 1100.3704                 1110.1236             54686 
     1130.7939                 1207.2266                 1269.5401             54687 
     1302.5994                 1330.6507                 1363.9628             54688 
     1403.6745                 1409.4847                 1422.9061             54689 
     1437.9288                 1443.8466                 1472.5110             54690 
     1480.0307                 1486.9093                 2086.6427             54691 
     3067.5470                 3088.2716                 3095.6237             54692 
     3133.2040                 3145.4875                 3162.9791             54693 
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     3670.8261                 3696.6542                 3802.7241             54694 
Zero-point correction (Hartree): 0.153134 54695 
 54696 
TS.triHPacyl.COelim.mmtmptmmpd 54697 
------------------------------ 54698 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16166371  54699 
Electronic state : 2-A 54700 
Cartesian coordinates (Angs): 54701 
     O       1.338424     -2.204776      -0.915783 54702 
     O       1.190573     -0.798682      -1.150965 54703 
     C       1.162531     -0.113158       0.038026 54704 
     C      -0.206870      0.380045       0.445462 54705 
     C      -1.040388      0.861185      -0.733621 54706 
     O      -2.311663      1.334970      -0.335626 54707 
     O      -3.156481      0.207756      -0.112333 54708 
     H       0.445849     -2.434723      -0.606618 54709 
     C       2.074025     -0.579820       1.125498 54710 
     H       3.052676     -0.819329       0.714794 54711 
     H       1.673622     -1.471775       1.608317 54712 
     H       2.171033      0.200726       1.879885 54713 
     C       2.069044      1.645251      -0.492236 54714 
     O       1.926358      2.503623       0.247031 54715 
     H      -3.248933      0.228713       0.849867 54716 
     H      -0.094843      1.192104       1.168560 54717 
     O      -0.901238     -0.606472       1.219104 54718 
     O      -1.165559     -1.735563       0.397192 54719 
     H      -2.008374     -1.479693      -0.015376 54720 
     H      -0.556160      1.724994      -1.190639 54721 
     H      -1.148216      0.091128      -1.496510 54722 
Rotational constants (GHz):    1.1546000    0.7655100    0.5672500 54723 
Vibrational harmonic frequencies (cm-1): 54724 
     i375.0238                   37.1731                   67.3878             54725 
       90.3396                  112.6533                  135.3617             54726 
      165.1483                  193.2819                  206.1331             54727 
      222.1481                  235.2027                  266.4020             54728 
      290.7423                  297.1661                  321.0156             54729 
      357.5763                  386.8576                  439.1631             54730 
      477.6387                  510.1158                  551.9991             54731 
      605.7029                  617.7350                  679.3080             54732 
      839.8270                  884.5605                  947.5261             54733 
      966.7182                  990.6828                 1002.3208             54734 
     1043.4655                 1098.8995                 1109.8906             54735 
     1131.1065                 1209.4933                 1267.3080             54736 
     1304.6519                 1332.8147                 1371.8825             54737 
     1402.8570                 1409.4540                 1424.0626             54738 
     1439.7861                 1445.3199                 1472.4967             54739 
     1480.4666                 1487.8464                 2068.0917             54740 
     3066.9511                 3088.8728                 3095.3679             54741 
     3132.3758                 3144.8472                 3160.5739             54742 
     3701.9571                 3720.2375                 3802.8375             54743 
Zero-point correction (Hartree): 0.153348 54744 
 54745 
TS.triHPacyl.COelim.mmtppmmmmd 54746 
------------------------------ 54747 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16171993  54748 
Electronic state : 2-A 54749 
Cartesian coordinates (Angs): 54750 
     O      -1.561332      1.975724      -0.813989 54751 
     O      -1.340102      0.559807      -0.940074 54752 
     C      -1.028427      0.016308       0.281039 54753 
     C       0.435613     -0.267115       0.500702 54754 
     C       1.120875     -0.893964      -0.716361 54755 
     O       2.498069     -0.575066      -0.747951 54756 
     O       3.106011     -1.141580       0.403302 54757 
     H      -0.644556      2.296947      -0.778247 54758 
     C      -1.821353      0.488681       1.457075 54759 
     H      -2.867205      0.600128       1.179149 54760 
     H      -1.448457      1.451310       1.808166 54761 
     H      -1.733839     -0.230020       2.272123 54762 
     C      -1.764653     -1.845811       0.037431 54763 
     O      -2.836514     -1.901108      -0.344039 54764 
     H       3.057185     -0.406950       1.032646 54765 
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     H       0.528585     -0.922468       1.369031 54766 
     O       1.146806      0.900082       0.930701 54767 
     O       1.208226      1.827847      -0.144512 54768 
     H       1.983101      1.508816      -0.634630 54769 
     H       0.976474     -1.974361      -0.712316 54770 
     H       0.727071     -0.477647      -1.642734 54771 
Rotational constants (GHz):    1.2890200    0.6864300    0.5501700 54772 
Vibrational harmonic frequencies (cm-1): 54773 
     i382.6450                   42.8439                   65.2359             54774 
       75.5272                  105.8158                  137.3686             54775 
      149.6387                  189.8509                  211.9208             54776 
      217.9149                  233.6949                  256.6145             54777 
      279.7927                  314.0718                  338.0404             54778 
      349.2749                  408.5663                  440.2634             54779 
      468.1242                  492.1129                  553.4208             54780 
      570.5053                  620.0079                  743.4288             54781 
      805.7440                  898.8203                  928.3887             54782 
      959.8437                  983.0297                 1011.0166             54783 
     1047.1982                 1081.3408                 1099.3039             54784 
     1147.9062                 1214.8123                 1273.9195             54785 
     1294.3556                 1341.6253                 1366.4395             54786 
     1403.5193                 1411.3043                 1422.3121             54787 
     1428.0066                 1436.6092                 1474.9056             54788 
     1487.5432                 1493.6458                 2088.0551             54789 
     3065.9747                 3091.8552                 3096.4235             54790 
     3131.7572                 3150.2136                 3161.6806             54791 
     3714.7825                 3734.5032                 3770.6122             54792 
Zero-point correction (Hartree): 0.153278 54793 
 54794 
TS.triHPacyl.COelim.mmtpptmmmd 54795 
------------------------------ 54796 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16089500  54797 
Electronic state : 2-A 54798 
Cartesian coordinates (Angs): 54799 
     O       1.751255     -2.067147      -0.640972 54800 
     O       1.417736     -0.728581      -1.034751 54801 
     C       1.160618      0.034774       0.077200 54802 
     C      -0.301744      0.258318       0.377286 54803 
     C      -1.134125      0.569538      -0.869491 54804 
     O      -2.478529      0.167202      -0.701376 54805 
     O      -3.033158      0.924086       0.364105 54806 
     H       0.867941     -2.431122      -0.462486 54807 
     C       2.086710     -0.119919       1.238939 54808 
     H       3.113862     -0.201199       0.889173 54809 
     H       1.843545     -1.020498       1.804083 54810 
     H       1.990844      0.738364       1.903453 54811 
     C       1.673685      1.896416      -0.611923 54812 
     O       1.439445      2.752868       0.104973 54813 
     H      -2.879318      0.340209       1.121418 54814 
     H      -0.386505      1.066205       1.107339 54815 
     O      -0.873016     -0.843552       1.097145 54816 
     O      -0.949619     -1.972490       0.237648 54817 
     H      -1.789879     -1.813483      -0.221556 54818 
     H      -1.081532      1.633873      -1.103062 54819 
     H      -0.782723     -0.006195      -1.724605 54820 
Rotational constants (GHz):    1.1208800    0.7910100    0.5708900 54821 
Vibrational harmonic frequencies (cm-1): 54822 
     i377.8301                   39.0425                   58.7448             54823 
       80.3176                  117.2975                  134.1737             54824 
      146.8305                  175.5216                  200.9801             54825 
      218.9693                  226.9612                  255.5237             54826 
      283.2473                  312.5783                  347.6810             54827 
      354.5063                  420.5027                  441.4141             54828 
      463.7126                  494.8408                  558.3460             54829 
      571.6867                  603.2480                  741.1812             54830 
      804.2552                  898.5302                  956.3035             54831 
      964.8655                  983.2292                 1004.5774             54832 
     1042.9295                 1077.4984                 1098.4311             54833 
     1149.8007                 1214.4201                 1270.2419             54834 
     1298.1574                 1345.1984                 1377.3883             54835 
     1403.7923                 1410.5965                 1423.1060             54836 
     1429.4880                 1442.4880                 1473.7877             54837 
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     1487.1910                 1492.4730                 2071.7958             54838 
     3066.1701                 3086.6171                 3096.5585             54839 
     3131.8858                 3149.4210                 3160.5891             54840 
     3710.5954                 3736.8522                 3770.1824             54841 
Zero-point correction (Hartree): 0.153268 54842 
 54843 
TS.triHPacyl.COelim.pmppmmmpmd 54844 
------------------------------ 54845 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16092404  54846 
Electronic state : 2-A 54847 
Cartesian coordinates (Angs): 54848 
     O       0.595352     -1.465908       1.255207 54849 
     O       0.843925     -0.066285       1.307419 54850 
     C       0.954134      0.475845       0.056032 54851 
     C      -0.231060      0.481417      -0.884229 54852 
     C      -0.998624     -0.813701      -1.125784 54853 
     O      -1.717696     -1.332245      -0.018755 54854 
     O      -3.024688     -0.792183       0.001463 54855 
     H      -0.378393     -1.506922       1.212874 54856 
     C       1.713971      1.763610       0.151662 54857 
     H       2.653939      1.597295       0.673866 54858 
     H       1.148997      2.528487       0.692195 54859 
     H       1.915522      2.152068      -0.845765 54860 
     C       2.297372     -0.750041      -0.927630 54861 
     O       3.276017     -0.895008      -0.364212 54862 
     H      -2.881786      0.053127       0.458825 54863 
     H       0.179036      0.757454      -1.860896 54864 
     O      -1.080103      1.602172      -0.603710 54865 
     O      -1.657260      1.450618       0.684873 54866 
     H      -0.953514      1.715938       1.293783 54867 
     H      -1.702515     -0.662538      -1.942926 54868 
     H      -0.280430     -1.586987      -1.400555 54869 
Rotational constants (GHz):    1.4139700    0.7124400    0.6074800 54870 
Vibrational harmonic frequencies (cm-1): 54871 
     i324.5551                   45.8113                   71.9229             54872 
       96.9545                  108.1866                  148.6446             54873 
      167.1485                  180.5247                  194.3316             54874 
      223.8441                  233.3637                  256.8361             54875 
      262.0186                  275.6696                  288.8095             54876 
      330.8379                  359.0992                  425.6516             54877 
      487.6864                  530.4321                  577.6146             54878 
      602.4179                  618.0984                  725.6317             54879 
      832.3028                  918.9813                  946.5815             54880 
      951.9876                 1014.6310                 1037.3108             54881 
     1051.5822                 1060.1279                 1108.2833             54882 
     1146.3962                 1199.2285                 1295.8988             54883 
     1322.5265                 1352.9582                 1381.7454             54884 
     1399.3916                 1410.9589                 1420.5489             54885 
     1461.6280                 1464.0864                 1473.6941             54886 
     1481.9144                 1487.7764                 2094.5948             54887 
     3045.3046                 3068.0108                 3091.1722             54888 
     3118.2069                 3146.7207                 3161.3005             54889 
     3624.6936                 3704.5517                 3783.7205             54890 
Zero-point correction (Hartree): 0.153253 54891 
 54892 
TS.triHPacyl.COelim.pmppmtmpmd 54893 
------------------------------ 54894 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16014788  54895 
Electronic state : 2-A 54896 
Cartesian coordinates (Angs): 54897 
     O       0.485291     -1.118235       1.759106 54898 
     O       0.695952      0.270610       1.538691 54899 
     C       1.006574      0.526448       0.234399 54900 
     C      -0.008901      0.267210      -0.860933 54901 
     C      -0.787658     -1.044279      -0.870276 54902 
     O      -1.663286     -1.259683       0.223960 54903 
     O      -2.945973     -0.745264      -0.075714 54904 
     H      -0.478826     -1.198618       1.642631 54905 
     C       1.733569      1.833400       0.149113 54906 
     H       2.593955      1.813668       0.814252 54907 
     H       1.097898      2.676794       0.434132 54908 
     H       2.066663      2.009150      -0.872841 54909 
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     C       2.548834     -0.821940      -0.202286 54910 
     O       2.466827     -1.364236      -1.202696 54911 
     H      -2.839239      0.193698       0.150296 54912 
     H       0.553224      0.274981      -1.800677 54913 
     O      -0.846935      1.420098      -1.030616 54914 
     O      -1.626671      1.619362       0.138425 54915 
     H      -1.021239      2.052628       0.756441 54916 
     H      -1.372768     -1.099208      -1.787299 54917 
     H      -0.075826     -1.869350      -0.846284 54918 
Rotational constants (GHz):    1.2330500    0.7612700    0.6706800 54919 
Vibrational harmonic frequencies (cm-1): 54920 
     i327.2187                   48.5333                   53.3586             54921 
      107.9542                  113.1549                  147.4176             54922 
      169.3473                  189.1156                  208.4787             54923 
      234.4560                  237.8193                  252.1780             54924 
      256.9276                  269.5366                  305.3518             54925 
      333.1357                  389.4346                  415.1597             54926 
      480.1279                  524.8514                  581.2449             54927 
      601.9094                  617.9708                  712.6420             54928 
      826.7698                  918.6337                  946.3569             54929 
      951.7134                 1015.3434                 1039.3619             54930 
     1049.1600                 1057.7911                 1108.1654             54931 
     1146.4012                 1202.8579                 1297.0098             54932 
     1330.2113                 1354.9544                 1377.5411             54933 
     1397.8914                 1412.3699                 1422.1552             54934 
     1459.6601                 1462.8535                 1469.8102             54935 
     1477.7326                 1489.4453                 2074.9131             54936 
     3045.3388                 3065.8556                 3095.0808             54937 
     3119.5722                 3149.6927                 3163.3547             54938 
     3651.6162                 3707.5156                 3782.7673             54939 
Zero-point correction (Hartree): 0.153366 54940 
 54941 
TS.triHPacyl.COelim.pmppmttpmd 54942 
------------------------------ 54943 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16177923  54944 
Electronic state : 2-A 54945 
Cartesian coordinates (Angs): 54946 
     O      -1.117270     -1.865829      -0.761800 54947 
     O      -1.009317     -0.608480      -1.424665 54948 
     C      -0.997730      0.424014      -0.529901 54949 
     C       0.173627      0.594972       0.414331 54950 
     C       0.767179     -0.650051       1.058182 54951 
     O       1.386248     -1.534418       0.133138 54952 
     O       2.635137     -0.992728      -0.273249 54953 
     H      -0.199709     -2.180048      -0.799138 54954 
     C      -1.489742      1.667896      -1.198387 54955 
     H      -2.484086      1.493039      -1.603389 54956 
     H      -0.820665      1.961239      -2.008955 54957 
     H      -1.526055      2.486148      -0.480453 54958 
     C      -2.572634     -0.031347       0.770787 54959 
     O      -2.322659     -0.046032       1.883775 54960 
     H       2.389318     -0.512859      -1.078209 54961 
     H      -0.154270      1.257485       1.222163 54962 
     O       1.161114      1.289371      -0.357072 54963 
     O       2.169835      1.762759       0.524363 54964 
     H       2.803389      1.028119       0.515995 54965 
     H       1.499315     -0.365314       1.813216 54966 
     H      -0.016149     -1.237857       1.532774 54967 
Rotational constants (GHz):    1.1939100    0.7459000    0.6560600 54968 
Vibrational harmonic frequencies (cm-1): 54969 
     i336.7000                   58.0830                   69.7127             54970 
       96.2455                  119.4677                  167.1847             54971 
      176.2901                  184.2577                  218.0742             54972 
      224.6181                  242.9856                  251.9907             54973 
      258.9585                  305.1853                  317.9830             54974 
      348.8889                  425.4873                  438.6081             54975 
      473.5542                  528.1014                  535.6347             54976 
      558.7699                  570.7343                  722.2306             54977 
      836.6429                  879.8203                  948.0687             54978 
      971.3889                 1017.5475                 1027.3845             54979 
     1044.8987                 1064.1674                 1100.8736             54980 
     1139.5887                 1205.0206                 1288.9876             54981 
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     1314.8717                 1351.8797                 1395.2013             54982 
     1409.3391                 1412.6878                 1426.9989             54983 
     1443.1453                 1446.9796                 1472.8234             54984 
     1479.4118                 1491.1535                 2074.6911             54985 
     3055.2669                 3064.9233                 3101.3968             54986 
     3132.9292                 3159.4249                 3161.4674             54987 
     3733.4011                 3744.1992                 3770.9724             54988 
Zero-point correction (Hartree): 0.153687 54989 
 54990 
TS.triHPacyl.COelim.pmpppmpmmd 54991 
------------------------------ 54992 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16192837  54993 
Electronic state : 2-A 54994 
Cartesian coordinates (Angs): 54995 
     O       0.091789     -0.333441       1.750566 54996 
     O       0.959207      0.606062       1.134353 54997 
     C       0.891496      0.544796      -0.237006 54998 
     C      -0.495106      0.626804      -0.872752 54999 
     C      -1.089374     -0.685387      -1.377290 55000 
     O      -1.081544     -1.732274      -0.439312 55001 
     O      -2.150737     -1.523984       0.469333 55002 
     H       0.630269     -1.140664       1.738320 55003 
     C       1.955600      1.433080      -0.799033 55004 
     H       2.915509      1.231979      -0.326491 55005 
     H       1.691335      2.482170      -0.642897 55006 
     H       2.044711      1.255194      -1.869712 55007 
     C       1.724577     -1.322149      -0.661034 55008 
     O       2.137894     -1.818771       0.282112 55009 
     H      -1.770927     -0.869315       1.077660 55010 
     H      -0.403759      1.285443      -1.744167 55011 
     O      -1.436982      1.199078       0.016069 55012 
     O      -1.005218      2.519150       0.313610 55013 
     H      -0.564132      2.393605       1.166007 55014 
     H      -2.107068     -0.505665      -1.726389 55015 
     H      -0.474357     -1.042172      -2.203478 55016 
Rotational constants (GHz):    1.0342700    0.9838700    0.7093800 55017 
Vibrational harmonic frequencies (cm-1): 55018 
     i327.3724                   70.3732                   93.3140             55019 
      114.4886                  146.0912                  151.2511             55020 
      180.9422                  203.1501                  217.8063             55021 
      235.4192                  250.1553                  252.5139             55022 
      264.4715                  280.4623                  304.5885             55023 
      359.5598                  370.1169                  395.7368             55024 
      434.5444                  474.6293                  501.2261             55025 
      526.6195                  634.7997                  682.3050             55026 
      830.1724                  880.6912                  949.8011             55027 
      986.6337                 1033.2685                 1045.1133             55028 
     1056.3841                 1065.7439                 1144.6464             55029 
     1167.1376                 1198.3555                 1284.5825             55030 
     1320.4726                 1339.6074                 1387.6831             55031 
     1404.9073                 1414.0201                 1422.7107             55032 
     1428.6411                 1458.4856                 1460.1521             55033 
     1478.5118                 1489.4070                 2057.8180             55034 
     3033.7794                 3052.6058                 3084.4543             55035 
     3127.7452                 3139.9473                 3157.1980             55036 
     3732.7976                 3755.2595                 3782.9578             55037 
Zero-point correction (Hartree): 0.153358 55038 
 55039 
TS.triHPacyl.COelim.pmppptppmd 55040 
------------------------------ 55041 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16266389  55042 
Electronic state : 2-A 55043 
Cartesian coordinates (Angs): 55044 
     O      -0.379625      0.007290       1.892499 55045 
     O       0.508504      0.957061       1.325764 55046 
     C       0.861702      0.593982       0.049432 55047 
     C      -0.283824      0.380946      -0.943671 55048 
     C      -0.668203     -1.061594      -1.265563 55049 
     O      -0.899331     -1.877830      -0.144254 55050 
     O      -2.183809     -1.571201       0.374088 55051 
     H       0.183098     -0.786940       1.932179 55052 
     C       2.006704      1.441990      -0.403912 55053 
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     H       2.789478      1.470668       0.351596 55054 
     H       1.662038      2.460213      -0.602802 55055 
     H       2.418946      1.033953      -1.326439 55056 
     C       1.822658     -1.200980       0.428606 55057 
     O       2.454833     -1.614489      -0.426292 55058 
     H      -2.000538     -0.779785       0.907508 55059 
     H       0.032993      0.837032      -1.888797 55060 
     O      -1.461341      1.035290      -0.509163 55061 
     O      -1.182089      2.425573      -0.433884 55062 
     H      -0.991522      2.534372       0.508956 55063 
     H      -1.548541     -1.056644      -1.909838 55064 
     H       0.162690     -1.532491      -1.791779 55065 
Rotational constants (GHz):    1.0262800    0.9548700    0.6995800 55066 
Vibrational harmonic frequencies (cm-1): 55067 
     i326.5571                   55.5124                   89.8293             55068 
      129.3258                  150.6515                  164.2894             55069 
      176.3355                  203.7252                  214.4567             55070 
      228.2104                  246.6773                  253.7279             55071 
      261.1716                  298.9646                  344.2405             55072 
      383.5368                  391.3037                  419.7454             55073 
      461.6523                  477.2759                  516.0978             55074 
      533.9550                  633.8658                  676.7518             55075 
      825.9652                  881.4344                  949.9797             55076 
      985.5478                 1032.7622                 1046.0597             55077 
     1054.6579                 1066.0650                 1143.9087             55078 
     1167.0486                 1202.9681                 1280.6970             55079 
     1320.5625                 1337.5662                 1386.8207             55080 
     1404.1985                 1413.8083                 1426.5128             55081 
     1447.1938                 1463.8990                 1466.9245             55082 
     1476.8980                 1489.8538                 2077.5250             55083 
     3035.1459                 3050.6595                 3084.5492             55084 
     3123.6995                 3138.2297                 3156.4017             55085 
     3685.3597                 3715.5622                 3782.8575             55086 
Zero-point correction (Hartree): 0.153623 55087 
 55088 
TS.triHPacyl.COelim.pmtmmmmmmd 55089 
------------------------------ 55090 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16114993  55091 
Electronic state : 2-A 55092 
Cartesian coordinates (Angs): 55093 
     O      -0.723473     -0.612805       1.850436 55094 
     O      -1.419164     -1.062503       0.700251 55095 
     C      -1.135051     -0.298376      -0.392094 55096 
     C       0.304943      0.064114      -0.696555 55097 
     C       0.980763      1.115889       0.178662 55098 
     O       2.243833      1.476991      -0.353383 55099 
     O       3.202559      0.510635       0.072085 55100 
     H       0.085019     -1.148699       1.779185 55101 
     C      -1.936393     -0.825962      -1.542630 55102 
     H      -2.957832     -1.025319      -1.224369 55103 
     H      -1.493719     -1.753283      -1.914089 55104 
     H      -1.951671     -0.097700      -2.352220 55105 
     C      -2.107389      1.521230      -0.062307 55106 
     O      -3.123499      1.370429       0.431952 55107 
     H       3.797064      1.057555       0.599588 55108 
     H       0.300537      0.471983      -1.710574 55109 
     O       1.099580     -1.110990      -0.860422 55110 
     O       1.443460     -1.643696       0.411881 55111 
     H       2.316325     -1.236914       0.536541 55112 
     H       0.388822      2.028685       0.135792 55113 
     H       1.087842      0.817829       1.217295 55114 
Rotational constants (GHz):    1.4091400    0.6360900    0.5752700 55115 
Vibrational harmonic frequencies (cm-1): 55116 
     i296.4038                   37.9233                   64.6877             55117 
       83.5017                  105.5639                  165.4002             55118 
      173.6652                  191.5365                  203.2541             55119 
      222.3029                  228.4087                  238.8621             55120 
      250.2460                  279.7533                  284.2622             55121 
      323.2956                  367.1013                  392.7188             55122 
      497.7928                  504.4165                  551.5852             55123 
      574.5970                  582.3128                  705.6223             55124 
      847.7569                  908.9951                  947.2980             55125 
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      980.1683                 1007.2981                 1049.7487             55126 
     1059.7601                 1095.9496                 1103.5637             55127 
     1129.7380                 1206.2843                 1303.6723             55128 
     1319.8365                 1345.8170                 1370.6259             55129 
     1392.9140                 1404.8177                 1420.7308             55130 
     1449.2091                 1473.9568                 1477.6769             55131 
     1485.1125                 1496.0186                 2083.4388             55132 
     3054.7756                 3087.9257                 3116.4149             55133 
     3127.7433                 3159.0006                 3174.9514             55134 
     3697.7187                 3743.4527                 3828.2855             55135 
Zero-point correction (Hartree): 0.153502 55136 
 55137 
TS.triHPacyl.COelim.pmtmmmmmpd 55138 
------------------------------ 55139 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16228872  55140 
Electronic state : 2-A 55141 
Cartesian coordinates (Angs): 55142 
     O       0.795321     -0.646533      -1.842040 55143 
     O       1.428456     -1.088967      -0.654006 55144 
     C       1.109884     -0.296820       0.407833 55145 
     C      -0.331244      0.104475       0.640166 55146 
     C      -0.977028      1.110181      -0.307448 55147 
     O      -2.222488      1.555842       0.198114 55148 
     O      -3.202358      0.555088      -0.075276 55149 
     H      -0.001573     -1.201546      -1.825910 55150 
     C       1.849372     -0.812480       1.604470 55151 
     H       2.880857     -1.033198       1.336729 55152 
     H       1.377056     -1.725610       1.974285 55153 
     H       1.840305     -0.067558       2.398855 55154 
     C       2.116231      1.500060       0.090744 55155 
     O       3.145459      1.333276      -0.369714 55156 
     H      -3.374539      0.209557       0.810881 55157 
     H      -0.349961      0.565898       1.631205 55158 
     O      -1.155066     -1.052713       0.836394 55159 
     O      -1.444896     -1.648410      -0.421354 55160 
     H      -2.266957     -1.185088      -0.655488 55161 
     H      -0.358378      2.005175      -0.342114 55162 
     H      -1.105517      0.739209      -1.319964 55163 
Rotational constants (GHz):    1.4077800    0.6393600    0.5776000 55164 
Vibrational harmonic frequencies (cm-1): 55165 
     i301.2115                   40.7751                   63.6851             55166 
       91.6776                  103.8502                  157.0968             55167 
      173.9598                  195.6807                  204.3379             55168 
      218.5517                  227.5085                  234.7603             55169 
      271.6563                  286.5375                  309.9057             55170 
      367.6503                  374.7172                  397.1785             55171 
      494.2645                  498.1505                  558.1130             55172 
      585.0962                  617.9679                  704.9571             55173 
      853.6574                  910.8279                  943.8253             55174 
      980.8017                 1004.0674                 1050.5576             55175 
     1059.9778                 1099.7895                 1101.6944             55176 
     1121.7765                 1206.3081                 1300.7537             55177 
     1319.7366                 1342.8878                 1371.7044             55178 
     1401.9198                 1405.3912                 1416.8500             55179 
     1444.3469                 1468.6240                 1478.7444             55180 
     1482.4260                 1495.8902                 2084.9144             55181 
     3054.9595                 3083.3832                 3121.4256             55182 
     3127.7054                 3158.4356                 3177.1812             55183 
     3720.1366                 3730.3056                 3804.0569             55184 
Zero-point correction (Hartree): 0.153783 55185 
 55186 
TS.triHPacyl.COelim.pmtmmtmmpd 55187 
------------------------------ 55188 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16089299  55189 
Electronic state : 2-A 55190 
Cartesian coordinates (Angs): 55191 
     O       0.586726     -1.312177      -1.757336 55192 
     O       1.362828     -1.446360      -0.580989 55193 
     C       1.217107     -0.374432       0.244245 55194 
     C      -0.161079      0.195751       0.505977 55195 
     C      -0.891755      0.918968      -0.622277 55196 
     O      -2.032811      1.598302      -0.130305 55197 
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     O      -3.083450      0.647279       0.032699 55198 
     H      -0.209973     -1.798419      -1.489938 55199 
     C       2.074833     -0.597577       1.451707 55200 
     H       3.056734     -0.957825       1.150602 55201 
     H       1.615356     -1.341467       2.106896 55202 
     H       2.191450      0.332885       2.004754 55203 
     C       2.245360      1.231187      -0.666088 55204 
     O       2.314918      2.155043       0.002064 55205 
     H      -3.138881      0.587349       0.995891 55206 
     H      -0.028208      0.930514       1.304940 55207 
     O      -1.002330     -0.778908       1.140699 55208 
     O      -1.477223     -1.701162       0.169003 55209 
     H      -2.307393     -1.271773      -0.098104 55210 
     H      -0.256111      1.709019      -1.019357 55211 
     H      -1.179045      0.270205      -1.443740 55212 
Rotational constants (GHz):    1.2074500    0.7251800    0.5950000 55213 
Vibrational harmonic frequencies (cm-1): 55214 
     i295.1896                   40.6121                   55.7413             55215 
       93.6219                  107.9117                  150.8255             55216 
      171.7230                  184.1588                  193.0004             55217 
      206.7667                  215.6123                  261.2183             55218 
      271.9279                  286.9568                  312.7317             55219 
      361.4580                  384.2534                  414.2848             55220 
      479.5432                  490.7465                  556.6275             55221 
      567.1437                  610.6428                  694.3449             55222 
      850.3047                  909.0068                  943.8839             55223 
      980.3079                 1002.1076                 1048.1085             55224 
     1061.6409                 1095.3046                 1101.9266             55225 
     1120.3126                 1207.1307                 1302.8767             55226 
     1323.0060                 1348.3540                 1373.8203             55227 
     1404.3212                 1406.9176                 1417.3214             55228 
     1443.5060                 1468.3957                 1474.4076             55229 
     1482.6087                 1497.1856                 2063.9723             55230 
     3055.3796                 3080.9753                 3120.9978             55231 
     3128.2090                 3159.4752                 3176.3488             55232 
     3694.2911                 3730.8787                 3804.9126             55233 
Zero-point correction (Hartree): 0.153526 55234 
 55235 
TS.triHPacyl.COelim.pmtmpmmmpd 55236 
------------------------------ 55237 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16195893  55238 
Electronic state : 2-A 55239 
Cartesian coordinates (Angs): 55240 
     O       1.222976     -1.032322       1.583668 55241 
     O       1.375960      0.331250       1.205840 55242 
     C       0.990359      0.537323      -0.087825 55243 
     C      -0.373753      0.121287      -0.586735 55244 
     C      -0.996186     -1.133114       0.014368 55245 
     O      -2.236713     -1.420414      -0.604229 55246 
     O      -3.234540     -0.589191      -0.019074 55247 
     H       2.142054     -1.332783       1.549521 55248 
     C       1.458419      1.888864      -0.520930 55249 
     H       2.519899      2.006107      -0.310020 55250 
     H       0.901579      2.664682       0.008194 55251 
     H       1.281827      2.011589      -1.588258 55252 
     C       2.272077     -0.720946      -1.194445 55253 
     O       3.198157     -1.014326      -0.593809 55254 
     H      -3.329029      0.097500      -0.693818 55255 
     H      -0.278397     -0.031752      -1.665578 55256 
     O      -1.284731      1.221286      -0.529904 55257 
     O      -1.492766      1.565998       0.831260 55258 
     H      -2.232529      0.984373       1.070435 55259 
     H      -0.368775     -1.996866      -0.199042 55260 
     H      -1.128861     -1.061589       1.091963 55261 
Rotational constants (GHz):    1.4314000    0.6342900    0.5621900 55262 
Vibrational harmonic frequencies (cm-1): 55263 
     i294.9303                   27.5032                   68.3689             55264 
       93.0704                  127.4728                  145.2260             55265 
      159.6201                  182.5361                  201.8594             55266 
      206.7698                  221.2857                  242.4037             55267 
      273.6800                  284.6265                  309.5192             55268 
      319.6605                  358.8361                  397.2110             55269 
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      413.2879                  484.4687                  546.6090             55270 
      576.1332                  593.5839                  686.6599             55271 
      843.9182                  908.7190                  949.2830             55272 
      977.4123                 1003.8769                 1032.3039             55273 
     1053.6116                 1102.9413                 1108.5034             55274 
     1126.8857                 1208.5102                 1299.3876             55275 
     1314.2337                 1330.0469                 1368.6710             55276 
     1405.4497                 1409.1850                 1414.5020             55277 
     1419.6763                 1442.3705                 1469.9331             55278 
     1471.3785                 1492.3545                 2065.8687             55279 
     3061.6447                 3077.5345                 3107.6079             55280 
     3131.9920                 3159.6155                 3161.9577             55281 
     3719.0326                 3788.9084                 3794.2703             55282 
Zero-point correction (Hartree): 0.152961 55283 
 55284 
TS.triHPacyl.COelim.pmtmptmmpd 55285 
------------------------------ 55286 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16213565  55287 
Electronic state : 2-A 55288 
Cartesian coordinates (Angs): 55289 
     O       1.094204     -0.616576       2.084433 55290 
     O       1.282045      0.616633       1.405682 55291 
     C       1.084049      0.474339       0.062252 55292 
     C      -0.224858     -0.053160      -0.486188 55293 
     C      -1.004695     -1.031845       0.385046 55294 
     O      -2.189256     -1.449845      -0.267125 55295 
     O      -3.178911     -0.439366      -0.099156 55296 
     H       1.956535     -1.036310       1.942355 55297 
     C       1.663445      1.650421      -0.654032 55298 
     H       2.696495      1.806284      -0.348654 55299 
     H       1.084869      2.547513      -0.424845 55300 
     H       1.618788      1.484016      -1.729257 55301 
     C       2.446212     -1.047106      -0.438440 55302 
     O       2.436552     -1.320350      -1.545621 55303 
     H      -3.158651     -0.008794      -0.965173 55304 
     H      -0.012243     -0.538450      -1.444133 55305 
     O      -1.056601      1.032728      -0.902749 55306 
     O      -1.400372      1.802797       0.238833 55307 
     H      -2.199074      1.346535       0.550636 55308 
     H      -0.429495     -1.944574       0.528861 55309 
     H      -1.243428     -0.620286       1.364008 55310 
Rotational constants (GHz):    1.2456500    0.6563900    0.6171500 55311 
Vibrational harmonic frequencies (cm-1): 55312 
     i297.8782                   37.8835                   60.9959             55313 
       96.8060                  133.1981                  160.0804             55314 
      170.2098                  199.6341                  203.7332             55315 
      208.8977                  212.9669                  254.8224             55316 
      268.7179                  313.4376                  323.3984             55317 
      368.1448                  389.3801                  409.7250             55318 
      419.5859                  476.3500                  552.7576             55319 
      576.3609                  588.2649                  677.9951             55320 
      842.4544                  908.9080                  951.1843             55321 
      975.5086                 1003.6248                 1035.2837             55322 
     1053.5442                 1104.0613                 1107.5525             55323 
     1126.7545                 1210.3045                 1301.9418             55324 
     1313.5611                 1330.7878                 1377.4720             55325 
     1405.3521                 1410.3025                 1418.3189             55326 
     1428.3382                 1445.7835                 1469.5859             55327 
     1470.8893                 1492.2498                 2081.4209             55328 
     3061.5859                 3068.4987                 3107.1047             55329 
     3131.6128                 3159.5358                 3161.5916             55330 
     3711.6448                 3760.6796                 3794.7878             55331 
Zero-point correction (Hartree): 0.153379 55332 
 55333 
TS.triHPacyl.COelim.ppmmmmmppd 55334 
------------------------------ 55335 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16086248  55336 
Electronic state : 2-A 55337 
Cartesian coordinates (Angs): 55338 
     O      -0.101412     -2.153687      -0.780904 55339 
     O       0.106291     -1.605994       0.508026 55340 
     C       0.445297     -0.278417       0.478116 55341 
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     C      -0.257747      0.579777      -0.558267 55342 
     C      -1.550662      1.189392      -0.016615 55343 
     O      -2.374048      0.199800       0.572538 55344 
     O      -2.681686     -0.752881      -0.444437 55345 
     H      -1.071033     -2.147927      -0.820881 55346 
     C       0.550933      0.162171       1.907896 55347 
     H       1.214339     -0.512790       2.447273 55348 
     H      -0.431824      0.125181       2.383352 55349 
     H       0.937644      1.174613       1.969831 55350 
     C       2.429696     -0.206204      -0.114887 55351 
     O       2.856211     -1.232897      -0.367472 55352 
     H      -3.642799     -0.686004      -0.488451 55353 
     H      -0.493793     -0.047545      -1.413873 55354 
     O       0.546553      1.583411      -1.141610 55355 
     O       1.057071      2.435500      -0.127187 55356 
     H       1.929480      2.033284       0.016146 55357 
     H      -1.341461      1.884685       0.796083 55358 
     H      -2.077489      1.710168      -0.818571 55359 
Rotational constants (GHz):    1.1482500    0.8312500    0.6184700 55360 
Vibrational harmonic frequencies (cm-1): 55361 
     i305.3364                   49.2758                   86.0530             55362 
       98.2116                  117.3915                  160.3357             55363 
      168.4681                  177.7018                  190.2118             55364 
      196.4650                  213.0150                  233.0568             55365 
      262.6754                  279.1870                  292.0770             55366 
      337.2538                  390.1687                  413.4771             55367 
      471.2453                  494.3754                  514.9664             55368 
      538.3250                  601.6225                  666.4978             55369 
      795.4578                  941.8257                  955.7452             55370 
      980.2209                 1006.7316                 1055.6467             55371 
     1066.2027                 1092.3619                 1127.1295             55372 
     1139.6914                 1226.0656                 1274.1406             55373 
     1290.8323                 1343.5276                 1367.9166             55374 
     1396.4114                 1403.1187                 1423.4379             55375 
     1439.9452                 1458.7535                 1477.8012             55376 
     1484.8412                 1504.7442                 2085.3212             55377 
     3062.7651                 3073.1215                 3129.7819             55378 
     3140.2188                 3157.5602                 3184.6744             55379 
     3712.6639                 3747.7479                 3837.2108             55380 
Zero-point correction (Hartree): 0.153402 55381 
 55382 
TS.triHPacyl.COelim.ppmmmmpmmd 55383 
------------------------------ 55384 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16330155  55385 
Electronic state : 2-A 55386 
Cartesian coordinates (Angs): 55387 
     O      -0.128671     -1.714058      -1.309269 55388 
     O       0.062292     -1.633936       0.095513 55389 
     C       0.443762     -0.380431       0.469459 55390 
     C      -0.288691      0.798192      -0.136386 55391 
     C      -1.660305      1.028121       0.508506 55392 
     O      -2.428005     -0.153115       0.595490 55393 
     O      -2.677482     -0.583871      -0.742083 55394 
     H      -1.094776     -1.629104      -1.366258 55395 
     C       0.707934     -0.368886       1.940067 55396 
     H       1.429724     -1.142079       2.197873 55397 
     H      -0.214630     -0.565153       2.493344 55398 
     H       1.099039      0.604623       2.231205 55399 
     C       2.384290     -0.222964      -0.276828 55400 
     O       2.967569     -1.189668      -0.116841 55401 
     H      -3.640476     -0.636159      -0.752224 55402 
     H      -0.398476      0.666484      -1.209651 55403 
     O       0.419511      1.998950       0.113369 55404 
     O       1.170313      2.357651      -1.033594 55405 
     H       1.945214      1.777336      -0.948743 55406 
     H      -1.536137      1.340504       1.546176 55407 
     H      -2.195638      1.803741      -0.041297 55408 
Rotational constants (GHz):    1.1385100    0.7781800    0.6135700 55409 
Vibrational harmonic frequencies (cm-1): 55410 
     i287.8839                   43.9171                   62.2958             55411 
      105.5396                  121.9979                  132.1246             55412 
      141.8497                  190.5885                  197.5445             55413 
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      198.0802                  214.8351                  232.4151             55414 
      258.9637                  267.9727                  282.5271             55415 
      359.4565                  373.9001                  440.2565             55416 
      474.6163                  495.5688                  500.0949             55417 
      520.2423                  592.8114                  650.0105             55418 
      787.5923                  939.3550                  954.1417             55419 
     1002.0312                 1020.2120                 1053.2757             55420 
     1059.1092                 1100.2612                 1119.8693             55421 
     1163.6251                 1240.6446                 1282.3002             55422 
     1301.1376                 1337.8602                 1368.1698             55423 
     1390.2337                 1403.0584                 1412.4973             55424 
     1462.4808                 1467.8114                 1477.1059             55425 
     1480.7877                 1502.5992                 2084.7039             55426 
     3048.5593                 3075.8337                 3123.6334             55427 
     3132.0292                 3149.4193                 3159.7841             55428 
     3702.0579                 3719.8077                 3837.8543             55429 
Zero-point correction (Hartree): 0.153133 55430 
 55431 
TS.triHPacyl.COelim.ppmmmmtmmd 55432 
------------------------------ 55433 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16113103  55434 
Electronic state : 2-A 55435 
Cartesian coordinates (Angs): 55436 
     O       0.179515     -2.033067      -0.719816 55437 
     O       0.721097     -1.556691       0.504815 55438 
     C       0.856182     -0.197362       0.474031 55439 
     C      -0.342868      0.575339      -0.014556 55440 
     C      -1.616278      0.296333       0.786425 55441 
     O      -2.176219     -0.973117       0.488998 55442 
     O      -2.669656     -0.920500      -0.848314 55443 
     H      -0.758316     -2.129414      -0.489074 55444 
     C       1.587746      0.255784       1.693178 55445 
     H       2.509130     -0.315794       1.793529 55446 
     H       0.988514      0.101499       2.595581 55447 
     H       1.824940      1.313890       1.611729 55448 
     C       2.229563      0.160884      -1.077037 55449 
     O       3.252727     -0.299770      -0.876256 55450 
     H      -3.623589     -0.957387      -0.704753 55451 
     H      -0.517152      0.350926      -1.067752 55452 
     O       0.003940      1.942416       0.131515 55453 
     O      -0.887489      2.702224      -0.668285 55454 
     H      -0.351339      2.861399      -1.456368 55455 
     H      -1.405572      0.252728       1.855751 55456 
     H      -2.343997      1.084317       0.587859 55457 
Rotational constants (GHz):    1.0947700    0.7537700    0.5742100 55458 
Vibrational harmonic frequencies (cm-1): 55459 
     i296.9009                   29.8526                   50.3707             55460 
       76.5278                   95.5458                  129.5049             55461 
      149.5464                  158.3417                  172.1875             55462 
      203.8380                  215.8680                  222.0364             55463 
      237.7454                  254.0056                  272.8874             55464 
      289.8539                  336.9708                  374.7484             55465 
      434.5103                  467.3456                  495.1644             55466 
      542.7703                  577.6753                  614.5006             55467 
      802.7586                  934.6315                  955.8286             55468 
     1009.8318                 1030.1499                 1050.6703             55469 
     1063.7373                 1086.3481                 1124.5616             55470 
     1143.0005                 1250.7898                 1285.1948             55471 
     1308.1775                 1340.4071                 1382.9783             55472 
     1389.7888                 1408.3085                 1410.3581             55473 
     1424.4748                 1428.7462                 1472.6816             55474 
     1479.3677                 1493.7910                 2084.2112             55475 
     3043.0737                 3077.7226                 3101.4531             55476 
     3123.3589                 3137.2264                 3169.0321             55477 
     3747.1220                 3803.3914                 3822.9193             55478 
Zero-point correction (Hartree): 0.152154 55479 
 55480 
TS.triHPacyl.COelim.ppmmmptmmd 55481 
------------------------------ 55482 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16200242  55483 
Electronic state : 2-A 55484 
Cartesian coordinates (Angs): 55485 
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     O      -0.577791     -1.873643      -1.056339 55486 
     O      -0.042143     -1.920819       0.258617 55487 
     C       0.663481     -0.784659       0.526524 55488 
     C      -0.014384      0.517359       0.175535 55489 
     C      -1.357520      0.726328       0.877356 55490 
     O      -2.374656     -0.119582       0.367539 55491 
     O      -2.655474      0.304897      -0.965456 55492 
     H      -1.492064     -1.597462      -0.884600 55493 
     C       1.361976     -0.928157       1.836398 55494 
     H       1.943362     -1.848117       1.833142 55495 
     H       0.647292     -0.974500       2.663304 55496 
     H       2.026014     -0.082065       1.996757 55497 
     C       2.247114     -0.770653      -0.874165 55498 
     O       2.243057      0.123718      -1.585325 55499 
     H      -3.547892      0.661005      -0.872418 55500 
     H      -0.162896      0.574973      -0.902954 55501 
     O       0.879433      1.539629       0.585467 55502 
     O       0.633387      2.684093      -0.213121 55503 
     H       1.277863      2.560968      -0.924972 55504 
     H      -1.293304      0.463998       1.934048 55505 
     H      -1.648879      1.773549       0.776741 55506 
Rotational constants (GHz):    1.0336300    0.8229100    0.6562200 55507 
Vibrational harmonic frequencies (cm-1): 55508 
     i292.9012                   30.1407                   60.1001             55509 
       78.6274                   93.8942                  134.5900             55510 
      148.0822                  167.7852                  171.7090             55511 
      203.9672                  210.4176                  230.6765             55512 
      250.3463                  277.9524                  309.7154             55513 
      328.0705                  348.6620                  358.1569             55514 
      433.0923                  484.0125                  497.8685             55515 
      538.8030                  572.7646                  614.7325             55516 
      801.1463                  934.9254                  954.7789             55517 
     1012.8801                 1031.4549                 1051.2704             55518 
     1062.7585                 1087.4480                 1127.2943             55519 
     1141.8795                 1253.4547                 1285.3560             55520 
     1312.2597                 1343.6880                 1381.8950             55521 
     1390.1705                 1407.7154                 1413.0947             55522 
     1422.1135                 1431.7204                 1472.2651             55523 
     1479.3388                 1493.7420                 2060.9926             55524 
     3046.0532                 3073.3861                 3110.1079             55525 
     3127.7226                 3136.0815                 3169.2503             55526 
     3765.3514                 3778.3518                 3824.7604             55527 
Zero-point correction (Hartree): 0.152475 55528 
 55529 
TS.triHPacyl.COelim.ppmmmtmpmd 55530 
------------------------------ 55531 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16050309  55532 
Electronic state : 2-A 55533 
Cartesian coordinates (Angs): 55534 
     O       0.933029      2.074259      -0.903736 55535 
     O       0.480151      1.716660       0.389625 55536 
     C      -0.300076      0.591127       0.385047 55537 
     C       0.132090     -0.530798      -0.536072 55538 
     C       1.154745     -1.463825       0.115116 55539 
     O       2.226761     -0.737864       0.684240 55540 
     O       2.870274     -0.034295      -0.377478 55541 
     H       1.841902      1.735721      -0.872399 55542 
     C      -0.696807      0.333298       1.804779 55543 
     H      -1.074146      1.253851       2.247754 55544 
     H       0.170874      0.008292       2.385321 55545 
     H      -1.463691     -0.432794       1.861566 55546 
     C      -2.133529      1.187732      -0.518343 55547 
     O      -3.039154      0.612085      -0.119803 55548 
     H       3.763730     -0.394884      -0.335164 55549 
     H       0.569858     -0.081807      -1.424595 55550 
     O      -0.927947     -1.288607      -1.086588 55551 
     O      -1.609685     -1.982821      -0.047922 55552 
     H      -2.443296     -1.491275      -0.012316 55553 
     H       0.712023     -1.991390       0.959250 55554 
     H       1.516789     -2.186245      -0.619280 55555 
Rotational constants (GHz):    1.2697000    0.7773700    0.6108500 55556 
Vibrational harmonic frequencies (cm-1): 55557 
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     i285.2543                   63.3768                   94.7985             55558 
      103.1581                  117.2047                  144.8914             55559 
      155.9196                  167.2436                  176.3566             55560 
      180.5709                  204.4258                  218.8433             55561 
      233.9570                  290.8616                  291.4703             55562 
      327.1909                  361.7170                  399.2772             55563 
      435.0377                  481.8975                  493.4569             55564 
      540.2963                  585.9217                  661.6196             55565 
      785.2737                  941.0580                  954.8756             55566 
      975.8359                 1004.1673                 1048.3552             55567 
     1063.1704                 1094.7566                 1123.2293             55568 
     1140.1317                 1229.8678                 1275.4594             55569 
     1296.3041                 1342.4416                 1366.6554             55570 
     1394.6609                 1402.8190                 1418.3022             55571 
     1437.6086                 1459.2570                 1471.6705             55572 
     1482.5905                 1502.2378                 2044.4816             55573 
     3054.1566                 3070.3100                 3128.2909             55574 
     3139.9430                 3154.6621                 3185.3797             55575 
     3749.1716                 3772.1057                 3838.3630             55576 
Zero-point correction (Hartree): 0.152813 55577 
 55578 
TS.triHPacyl.COelim.ppmmmtpppd 55579 
------------------------------ 55580 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16174452  55581 
Electronic state : 2-A 55582 
Cartesian coordinates (Angs): 55583 
     O      -0.281588     -1.723367      -1.489380 55584 
     O      -0.356367     -1.672982      -0.069953 55585 
     C       0.249240     -0.528496       0.403385 55586 
     C      -0.216198      0.769447      -0.222326 55587 
     C      -1.496869      1.291023       0.449239 55588 
     O      -2.446640      0.277939       0.659689 55589 
     O      -2.862730     -0.184541      -0.618392 55590 
     H       0.675949     -1.831004      -1.625479 55591 
     C       0.377578     -0.595170       1.888394 55592 
     H       0.900651     -1.501292       2.187492 55593 
     H      -0.610472     -0.592899       2.354747 55594 
     H       0.942638      0.269566       2.234055 55595 
     C       2.178350     -0.888429      -0.231369 55596 
     O       3.002871     -0.550708       0.479024 55597 
     H      -2.388534     -1.026848      -0.686201 55598 
     H      -0.385972      0.627645      -1.286902 55599 
     O       0.719182      1.813829      -0.017943 55600 
     O       1.721931      1.726857      -1.022432 55601 
     H       1.520948      2.502317      -1.561277 55602 
     H      -1.263439      1.667135       1.446462 55603 
     H      -1.917659      2.098915      -0.151740 55604 
Rotational constants (GHz):    1.2427100    0.7485600    0.6337000 55605 
Vibrational harmonic frequencies (cm-1): 55606 
     i323.4487                   47.9022                   75.0836             55607 
      109.3593                  132.1407                  157.6905             55608 
      164.1097                  185.6612                  201.4912             55609 
      209.6919                  228.3916                  245.2292             55610 
      254.4971                  270.9785                  309.0606             55611 
      353.8021                  366.8134                  407.6871             55612 
      429.8120                  444.0951                  481.5795             55613 
      507.3291                  597.2161                  654.4033             55614 
      783.0893                  939.8880                  957.0332             55615 
     1002.3467                 1014.3443                 1038.1657             55616 
     1051.5711                 1096.4924                 1131.6549             55617 
     1166.1020                 1223.9865                 1274.5638             55618 
     1297.1315                 1335.1245                 1377.8299             55619 
     1401.2158                 1405.1426                 1419.3300             55620 
     1422.8072                 1437.0093                 1473.8961             55621 
     1482.3783                 1501.3411                 2087.5815             55622 
     3057.1325                 3072.0774                 3125.8682             55623 
     3131.3087                 3143.0144                 3158.9607             55624 
     3693.1860                 3770.7471                 3818.8906             55625 
Zero-point correction (Hartree): 0.152923 55626 
 55627 
TS.triHPacyl.COelim.ppmmpmpmpd 55628 
------------------------------ 55629 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16334862  55630 
Electronic state : 2-A 55631 
Cartesian coordinates (Angs): 55632 
     O       0.201306     -1.740400      -1.229082 55633 
     O       0.092998     -1.576972       0.182431 55634 
     C       0.348088     -0.279591       0.542993 55635 
     C      -0.349656      0.809961      -0.242197 55636 
     C      -1.791761      1.013561       0.252472 55637 
     O      -2.475878     -0.195157       0.464803 55638 
     O      -2.650482     -0.808784      -0.806050 55639 
     H       1.051871     -2.197531      -1.296812 55640 
     C       0.376922     -0.178910       2.031592 55641 
     H       1.091355     -0.884957       2.452198 55642 
     H      -0.611009     -0.402077       2.442884 55643 
     H       0.660737      0.833839       2.312820 55644 
     C       2.422609     -0.125131       0.104781 55645 
     O       2.854837     -1.165294      -0.083206 55646 
     H      -1.999819     -1.524853      -0.775885 55647 
     H      -0.343375      0.580601      -1.304602 55648 
     O       0.263375      2.065731      -0.021159 55649 
     O       1.236140      2.303047      -1.024165 55650 
     H       2.037483      1.951608      -0.609202 55651 
     H      -1.776041      1.500423       1.228795 55652 
     H      -2.326796      1.646240      -0.456624 55653 
Rotational constants (GHz):    1.1295200    0.7966600    0.6203700 55654 
Vibrational harmonic frequencies (cm-1): 55655 
     i287.8299                   45.4365                   67.1060             55656 
       90.4147                  131.7209                  133.3507             55657 
      160.6521                  187.2508                  202.7986             55658 
      223.3570                  234.6281                  252.3446             55659 
      261.2238                  273.8419                  302.9837             55660 
      345.7164                  363.1983                  403.9844             55661 
      424.6005                  448.5851                  480.1135             55662 
      508.6890                  598.5689                  658.0038             55663 
      787.1464                  940.0872                  956.5033             55664 
     1000.6419                 1017.0769                 1035.7318             55665 
     1052.2092                 1098.1515                 1130.9337             55666 
     1165.9393                 1223.3409                 1274.7747             55667 
     1297.6267                 1327.1983                 1372.6587             55668 
     1396.3279                 1406.4610                 1412.6052             55669 
     1418.7527                 1437.6552                 1474.5074             55670 
     1481.1263                 1500.5482                 2068.9965             55671 
     3051.9957                 3078.2225                 3125.0141             55672 
     3131.4642                 3149.8577                 3158.3589             55673 
     3762.1062                 3787.7533                 3791.0944             55674 
Zero-point correction (Hartree): 0.152891 55675 
 55676 
TS.triHPacyl.COelim.ppmmppmmpd 55677 
------------------------------ 55678 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15909768  55679 
Electronic state : 2-A 55680 
Cartesian coordinates (Angs): 55681 
     O       0.153828     -2.150345      -0.007894 55682 
     O       0.555578     -1.262281       1.021857 55683 
     C       0.694051      0.026905       0.563184 55684 
     C      -0.313331      0.503668      -0.460306 55685 
     C      -1.737151      0.648416       0.095293 55686 
     O      -2.283159     -0.579188       0.503940 55687 
     O      -2.512636     -1.363197      -0.659370 55688 
     H       1.006133     -2.432282      -0.372514 55689 
     C       1.108704      0.896248       1.701606 55690 
     H       1.861903      0.380042       2.295076 55691 
     H       0.261048      1.135366       2.348520 55692 
     H       1.527502      1.821307       1.315768 55693 
     C       2.497770     -0.105585      -0.575377 55694 
     O       2.634759     -1.162614      -0.993638 55695 
     H      -1.790929     -2.005216      -0.587448 55696 
     H      -0.346951     -0.203764      -1.288710 55697 
     O       0.112598      1.696957      -1.088872 55698 
     O      -0.070522      2.788498      -0.184034 55699 
     H      -0.630820      3.368591      -0.713146 55700 
     H      -1.747464      1.264668       0.992354 55701 
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     H      -2.364245      1.110753      -0.672206 55702 
Rotational constants (GHz):    1.0146300    0.8744800    0.6110900 55703 
Vibrational harmonic frequencies (cm-1): 55704 
     i285.9414                   19.0279                   45.7944             55705 
      113.5759                  124.3301                  158.5236             55706 
      167.6097                  193.3509                  198.5052             55707 
      208.8793                  244.8917                  246.4730             55708 
      249.6914                  283.5637                  291.7515             55709 
      303.7382                  357.9286                  371.7555             55710 
      429.7825                  451.9310                  496.8948             55711 
      541.4056                  577.8986                  665.1928             55712 
      784.1216                  940.8802                  958.3675             55713 
      972.0201                 1012.1551                 1049.3481             55714 
     1053.0197                 1110.4748                 1129.2557             55715 
     1145.8649                 1229.4796                 1281.7740             55716 
     1309.1280                 1331.5386                 1372.3171             55717 
     1397.1803                 1412.4693                 1414.5239             55718 
     1420.0566                 1452.6811                 1476.9600             55719 
     1481.8249                 1493.1555                 2040.5488             55720 
     3054.8874                 3057.3734                 3120.9448             55721 
     3128.9692                 3149.5138                 3178.1834             55722 
     3767.8275                 3771.9839                 3831.5032             55723 
Zero-point correction (Hartree): 0.152803 55724 
 55725 
TS.triHPacyl.COelim.ppmmppmppd 55726 
------------------------------ 55727 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16355625  55728 
Electronic state : 2-A 55729 
Cartesian coordinates (Angs): 55730 
     O       0.424558     -2.095967      -0.865338 55731 
     O       0.277337     -1.589617       0.454010 55732 
     C       0.380212     -0.218118       0.493325 55733 
     C      -0.365199      0.536465      -0.591001 55734 
     C      -1.743999      0.993097      -0.108666 55735 
     O      -2.445721     -0.060652       0.515016 55736 
     O      -2.662909     -1.069254      -0.465880 55737 
     H       1.365181     -2.326349      -0.876678 55738 
     C       0.315394      0.197833       1.928654 55739 
     H       1.064136     -0.342022       2.507075 55740 
     H      -0.670402     -0.028919       2.340584 55741 
     H       0.493043      1.266246       2.013284 55742 
     C       2.427813      0.132045       0.044384 55743 
     O       2.954227     -0.847904      -0.215169 55744 
     H      -2.039601     -1.755399      -0.187069 55745 
     H      -0.491509     -0.129013      -1.441834 55746 
     O       0.357051      1.616792      -1.146355 55747 
     O       0.667090      2.549287      -0.119654 55748 
     H       1.580922      2.296535       0.083748 55749 
     H      -1.650212      1.759210       0.660550 55750 
     H      -2.309959      1.390296      -0.952879 55751 
Rotational constants (GHz):    1.1474000    0.8292900    0.6192700 55752 
Vibrational harmonic frequencies (cm-1): 55753 
     i289.7674                   55.8080                   82.5366             55754 
       94.0433                  154.7695                  157.0505             55755 
      165.9927                  184.1280                  188.7508             55756 
      209.1067                  237.7225                  255.5780             55757 
      269.6666                  284.7341                  326.8673             55758 
      342.4427                  377.9680                  387.4531             55759 
      411.4011                  457.5707                  487.9597             55760 
      536.0882                  612.1656                  664.7475             55761 
      795.4037                  945.4144                  954.9112             55762 
      976.9245                 1010.3363                 1045.6111             55763 
     1053.2838                 1105.0785                 1123.8301             55764 
     1134.7161                 1216.7637                 1270.3918             55765 
     1294.1945                 1340.4548                 1372.8033             55766 
     1402.5482                 1412.6486                 1416.0268             55767 
     1417.6308                 1435.0050                 1476.0989             55768 
     1486.8638                 1502.1087                 2066.4171             55769 
     3062.4649                 3079.2963                 3129.3288             55770 
     3140.2101                 3154.1437                 3178.3920             55771 
     3737.0089                 3781.7037                 3783.3451             55772 
Zero-point correction (Hartree): 0.153197 55773 



788 
 

 55774 
TS.triHPacyl.COelim.ppmmpptmpd 55775 
------------------------------ 55776 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15962485  55777 
Electronic state : 2-A 55778 
Cartesian coordinates (Angs): 55779 
     O       0.214016     -1.968436      -0.804149 55780 
     O       0.591913     -1.629420       0.516988 55781 
     C       0.693056     -0.271644       0.698441 55782 
     C      -0.257167      0.616686      -0.063294 55783 
     C      -1.688680      0.573007       0.484494 55784 
     O      -2.242899     -0.718862       0.447763 55785 
     O      -2.511067     -1.031468      -0.913897 55786 
     H       1.066091     -1.999714      -1.264625 55787 
     C       0.977201      0.007388       2.134243 55788 
     H       1.838548     -0.571265       2.463430 55789 
     H       0.121249     -0.260912       2.758652 55790 
     H       1.194809      1.066077       2.255708 55791 
     C       2.553553      0.131522      -0.268789 55792 
     O       2.597895     -0.409276      -1.277380 55793 
     H      -1.777786     -1.631336      -1.114483 55794 
     H      -0.256545      0.353770      -1.121149 55795 
     O       0.266608      1.929600       0.096741 55796 
     O      -0.431483      2.776220      -0.804813 55797 
     H       0.260861      2.987912      -1.443313 55798 
     H      -1.685611      0.852131       1.539067 55799 
     H      -2.309259      1.274720      -0.073890 55800 
Rotational constants (GHz):    1.0030000    0.8321600    0.6377600 55801 
Vibrational harmonic frequencies (cm-1): 55802 
     i284.5040                   17.7376                   41.1174             55803 
       92.6736                  109.3694                  146.9620             55804 
      158.5429                  168.1145                  188.2917             55805 
      197.9994                  217.1983                  224.3246             55806 
      243.5237                  262.2388                  282.9432             55807 
      326.1579                  330.4935                  362.8807             55808 
      440.0377                  453.7334                  473.0105             55809 
      518.9600                  577.9142                  612.6907             55810 
      793.9560                  943.9416                  959.5672             55811 
     1008.6477                 1031.6209                 1051.7398             55812 
     1064.0323                 1105.0381                 1125.2583             55813 
     1141.5321                 1241.5258                 1284.3470             55814 
     1311.9513                 1338.9376                 1377.2431             55815 
     1410.1367                 1410.9942                 1415.5340             55816 
     1418.8294                 1457.1304                 1474.3185             55817 
     1477.4788                 1498.0201                 2037.9880             55818 
     3053.8405                 3080.7602                 3107.8215             55819 
     3130.1450                 3138.4562                 3168.8118             55820 
     3770.2749                 3773.5016                 3820.0759             55821 
Zero-point correction (Hartree): 0.152342 55822 
 55823 
TS.triHPacyl.COelim.ppmmptmppd 55824 
------------------------------ 55825 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16388355  55826 
Electronic state : 2-A 55827 
Cartesian coordinates (Angs): 55828 
     O       0.464372      2.218972      -0.960960 55829 
     O       0.415371      1.718620       0.366988 55830 
     C      -0.237570      0.508431       0.422078 55831 
     C       0.209900     -0.526240      -0.590785 55832 
     C       1.304881     -1.433192      -0.021570 55833 
     O       2.310516     -0.683257       0.622077 55834 
     O       2.928886      0.138170      -0.361744 55835 
     H      -0.460795      2.478965      -1.102035 55836 
     C      -0.467731      0.159439       1.855479 55837 
     H      -0.946859      0.990983       2.370113 55838 
     H       0.486340     -0.047292       2.347061 55839 
     H      -1.095469     -0.724617       1.928658 55840 
     C      -2.166342      1.082801      -0.271847 55841 
     O      -3.013948      0.408170       0.087782 55842 
     H       2.573262      1.011300      -0.140704 55843 
     H       0.602176      0.001952      -1.457329 55844 
     O      -0.840476     -1.291850      -1.149059 55845 



789 
 

     O      -1.431963     -2.090116      -0.127854 55846 
     H      -2.307306     -1.684815      -0.055843 55847 
     H       0.902221     -2.081472       0.755847 55848 
     H       1.725545     -2.042099      -0.823740 55849 
Rotational constants (GHz):    1.2227100    0.7992500    0.6191600 55850 
Vibrational harmonic frequencies (cm-1): 55851 
     i277.7947                   67.9794                   95.8579             55852 
      113.0816                  141.1590                  150.4693             55853 
      153.0553                  167.2394                  177.1826             55854 
      210.6459                  214.2288                  236.9693             55855 
      276.0342                  293.9303                  326.6923             55856 
      341.1268                  361.0817                  381.4113             55857 
      394.5204                  423.1155                  489.7953             55858 
      535.9838                  604.1262                  661.4296             55859 
      786.7308                  943.3844                  954.1481             55860 
      974.0022                 1007.7363                 1042.1995             55861 
     1049.2954                 1106.9913                 1121.8882             55862 
     1137.7570                 1219.5821                 1270.9200             55863 
     1297.4792                 1340.4990                 1372.7955             55864 
     1399.5285                 1410.1321                 1418.5116             55865 
     1431.7986                 1432.9710                 1471.8398             55866 
     1486.3543                 1500.9491                 2071.6662             55867 
     3057.9967                 3077.7340                 3129.1565             55868 
     3138.0920                 3151.4551                 3175.3432             55869 
     3730.5815                 3777.8553                 3792.3384             55870 
Zero-point correction (Hartree): 0.152858 55871 
 55872 
TS.triHPacyl.COelim.ppmmptpmpd 55873 
------------------------------ 55874 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16267083  55875 
Electronic state : 2-A 55876 
Cartesian coordinates (Angs): 55877 
     O      -0.361710     -1.776930      -1.411764 55878 
     O      -0.412257     -1.675951       0.005108 55879 
     C       0.219386     -0.532060       0.430381 55880 
     C      -0.191438      0.759847      -0.243046 55881 
     C      -1.467105      1.337458       0.393863 55882 
     O      -2.445592      0.358283       0.631743 55883 
     O      -2.876345     -0.124759      -0.633949 55884 
     H       0.577402     -1.982308      -1.555140 55885 
     C       0.362803     -0.550668       1.914705 55886 
     H       0.863304     -1.460020       2.242622 55887 
     H      -0.621084     -0.507180       2.388728 55888 
     H       0.948727      0.312413       2.228154 55889 
     C       2.174461     -0.988410      -0.204628 55890 
     O       3.005186     -0.494039       0.402630 55891 
     H      -2.436623     -0.986615      -0.677316 55892 
     H      -0.347194      0.597849      -1.306423 55893 
     O       0.767844      1.782594      -0.054126 55894 
     O       1.695976      1.725551      -1.132951 55895 
     H       2.532121      1.633154      -0.658967 55896 
     H      -1.233880      1.744080       1.379199 55897 
     H      -1.856218      2.133631      -0.242045 55898 
Rotational constants (GHz):    1.2469400    0.7456800    0.6292200 55899 
Vibrational harmonic frequencies (cm-1): 55900 
     i289.1547                   48.6671                   74.6851             55901 
      102.5720                  144.4021                  146.5802             55902 
      158.6728                  171.7735                  191.1883             55903 
      198.6503                  224.0139                  240.9425             55904 
      261.8804                  296.0807                  333.9309             55905 
      345.1250                  365.7478                  376.7857             55906 
      405.9013                  430.0361                  479.1854             55907 
      507.2246                  595.3804                  653.0675             55908 
      780.2794                  939.9591                  956.8926             55909 
     1001.1613                 1015.0422                 1038.9198             55910 
     1051.3724                 1101.5783                 1129.9011             55911 
     1160.8943                 1228.6687                 1274.0044             55912 
     1297.1057                 1330.9323                 1375.2822             55913 
     1399.8265                 1412.8346                 1416.0377             55914 
     1418.5275                 1428.0057                 1471.5517             55915 
     1481.0961                 1499.7541                 2070.4447             55916 
     3054.0957                 3076.8382                 3126.8726             55917 
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     3129.8589                 3149.4787                 3156.7863             55918 
     3716.7023                 3778.6047                 3820.9855             55919 
Zero-point correction (Hartree): 0.152735 55920 
 55921 
TS.triHPacyl.COelim.ppmmptpppd 55922 
------------------------------ 55923 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16106733  55924 
Electronic state : 2-A 55925 
Cartesian coordinates (Angs): 55926 
     O      -0.744097     -1.893789      -0.768326 55927 
     O      -0.192559     -1.622751       0.509630 55928 
     C       0.471154     -0.418304       0.495676 55929 
     C      -0.252706      0.746836      -0.151555 55930 
     C      -1.582060      1.099643       0.538200 55931 
     O      -2.528651      0.067387       0.497333 55932 
     O      -2.944048     -0.084990      -0.852988 55933 
     H       0.057819     -2.031381      -1.302467 55934 
     C       1.139249     -0.197182       1.811397 55935 
     H       1.663134     -1.099877       2.118391 55936 
     H       0.407708      0.059089       2.581697 55937 
     H       1.853379      0.618425       1.720291 55938 
     C       1.981892     -0.967984      -0.756647 55939 
     O       3.044613     -0.818098      -0.367638 55940 
     H      -2.454305     -0.884849      -1.098629 55941 
     H      -0.437038      0.549868      -1.208272 55942 
     O       0.497558      1.937047      -0.010290 55943 
     O       1.651768      1.838201      -0.835265 55944 
     H       1.483823      2.534686      -1.482147 55945 
     H      -1.417872      1.289298       1.599500 55946 
     H      -1.978502      2.002643       0.069554 55947 
Rotational constants (GHz):    1.2723800    0.7409200    0.6003500 55948 
Vibrational harmonic frequencies (cm-1): 55949 
     i319.7794                   31.8423                   70.9395             55950 
      105.1777                  131.8438                  146.8363             55951 
      164.3776                  183.0684                  189.0009             55952 
      198.3912                  209.2736                  222.9329             55953 
      258.2058                  284.1941                  312.8027             55954 
      341.0920                  370.2226                  423.6252             55955 
      435.2899                  483.4831                  496.0260             55956 
      525.6613                  585.7866                  634.4170             55957 
      769.1526                  940.2938                  957.2605             55958 
     1000.6635                 1024.7630                 1049.3451             55959 
     1050.7070                 1107.0950                 1141.9305             55960 
     1162.4073                 1240.7583                 1279.5889             55961 
     1295.7108                 1334.1195                 1378.7507             55962 
     1401.4676                 1407.9258                 1417.9771             55963 
     1429.1526                 1462.9730                 1472.3331             55964 
     1481.0685                 1493.1054                 2073.2994             55965 
     3056.1769                 3069.1213                 3099.3936             55966 
     3131.0050                 3134.5719                 3169.9054             55967 
     3686.4665                 3752.4098                 3824.2853             55968 
Zero-point correction (Hartree): 0.152864 55969 
 55970 
TS.triHPacyl.COelim.ppmmpttmpd 55971 
------------------------------ 55972 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16082380  55973 
Electronic state : 2-A 55974 
Cartesian coordinates (Angs): 55975 
     O      -0.452006     -1.961701      -1.028735 55976 
     O       0.074678     -1.818218       0.278425 55977 
     C       0.602303     -0.567356       0.459680 55978 
     C      -0.191166      0.604960      -0.064832 55979 
     C      -1.504952      0.839749       0.689099 55980 
     O      -2.386824     -0.251822       0.604862 55981 
     O      -2.842197     -0.334128      -0.740170 55982 
     H       0.356332     -1.969149      -1.568652 55983 
     C       1.238466     -0.482568       1.805492 55984 
     H       1.899500     -1.333424       1.960344 55985 
     H       0.480149     -0.489526       2.592813 55986 
     H       1.813857      0.437805       1.878083 55987 
     C       2.193539     -0.652537      -0.888529 55988 
     O       3.166639     -0.183113      -0.524546 55989 
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     H      -2.310005     -1.073412      -1.070302 55990 
     H      -0.398249      0.474711      -1.127100 55991 
     O       0.661814      1.728199       0.113232 55992 
     O       0.108009      2.805145      -0.628641 55993 
     H       0.767982      2.916910      -1.324180 55994 
     H      -1.305786      0.961271       1.754742 55995 
     H      -1.973816      1.746419       0.303395 55996 
Rotational constants (GHz):    1.0973300    0.7858300    0.5912900 55997 
Vibrational harmonic frequencies (cm-1): 55998 
     i281.7247                   26.1679                   61.3273             55999 
       91.6601                  112.5565                  133.7977             56000 
      151.6247                  159.3166                  184.6472             56001 
      190.8428                  215.1070                  223.8292             56002 
      239.8556                  272.1701                  301.1687             56003 
      327.3601                  363.0448                  395.3302             56004 
      442.1880                  463.4314                  474.6470             56005 
      522.4419                  575.4292                  617.3513             56006 
      792.2584                  944.4685                  959.3578             56007 
     1007.8768                 1030.3421                 1050.2365             56008 
     1059.6960                 1106.2575                 1128.7562             56009 
     1142.3792                 1250.1219                 1284.0924             56010 
     1306.9780                 1340.4152                 1378.3135             56011 
     1408.4582                 1412.6871                 1415.6819             56012 
     1422.9583                 1456.2831                 1472.9823             56013 
     1478.3426                 1497.5013                 2083.1169             56014 
     3052.1977                 3076.2722                 3104.0478             56015 
     3128.3455                 3134.5371                 3167.2294             56016 
     3714.6702                 3762.2964                 3818.2843             56017 
Zero-point correction (Hartree): 0.152484 56018 
 56019 
TS.triHPacyl.COelim.ppmmpttppd 56020 
------------------------------ 56021 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16024731  56022 
Electronic state : 2-A 56023 
Cartesian coordinates (Angs): 56024 
     O      -0.421740     -1.960498      -1.035989 56025 
     O       0.100882     -1.812807       0.272617 56026 
     C       0.613236     -0.554758       0.454831 56027 
     C      -0.201272      0.605493      -0.064123 56028 
     C      -1.514392      0.818749       0.695567 56029 
     O      -2.383227     -0.282984       0.619667 56030 
     O      -2.838952     -0.379282      -0.723761 56031 
     H       0.384991     -1.923384      -1.578214 56032 
     C       1.247752     -0.462591       1.801110 56033 
     H       1.923233     -1.302296       1.954091 56034 
     H       0.490958     -0.483345       2.589716 56035 
     H       1.810823      0.465718       1.872957 56036 
     C       2.197868     -0.616043      -0.885304 56037 
     O       3.177861     -0.174457      -0.506415 56038 
     H      -2.283430     -1.100165      -1.057597 56039 
     H      -0.408453      0.473343      -1.125196 56040 
     O       0.634309      1.743109       0.098383 56041 
     O       0.152707      2.741457      -0.793242 56042 
     H      -0.035437      3.467680      -0.186740 56043 
     H      -1.313666      0.945358       1.760780 56044 
     H      -2.002880      1.715677       0.307638 56045 
Rotational constants (GHz):    1.1004400    0.7834300    0.5927900 56046 
Vibrational harmonic frequencies (cm-1): 56047 
     i293.4088                   30.5481                   64.7412             56048 
       91.3402                  108.4784                  134.4298             56049 
      156.0759                  164.2949                  186.0255             56050 
      191.8747                  208.2275                  218.2225             56051 
      238.4666                  272.2835                  301.6202             56052 
      328.6919                  364.3865                  408.2053             56053 
      441.6126                  468.1856                  479.0300             56054 
      522.1015                  576.3461                  618.5811             56055 
      792.1602                  944.0239                  959.7918             56056 
     1008.8993                 1031.3381                 1050.7431             56057 
     1061.6104                 1106.7375                 1128.0896             56058 
     1145.6953                 1250.1280                 1286.3082             56059 
     1308.9478                 1341.4407                 1379.2102             56060 
     1404.8761                 1409.7711                 1420.6387             56061 
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     1425.2331                 1459.6116                 1473.1983             56062 
     1477.7333                 1497.1580                 2086.3678             56063 
     3051.2883                 3062.3828                 3113.1058             56064 
     3126.7226                 3128.9774                 3165.2652             56065 
     3702.4560                 3754.4185                 3833.3799             56066 
Zero-point correction (Hartree): 0.152549 56067 
 56068 
TS.triHPacyl.COelim.ppmpmmpmmd 56069 
------------------------------ 56070 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16185626  56071 
Electronic state : 2-A 56072 
Cartesian coordinates (Angs): 56073 
     O      -0.369831     -1.517986      -1.511838 56074 
     O      -0.287048     -1.533926      -0.094595 56075 
     C       0.321004     -0.400237       0.387522 56076 
     C      -0.044434      0.908027      -0.278761 56077 
     C      -1.519465      1.287988      -0.086082 56078 
     O      -2.388985      0.255846      -0.530675 56079 
     O      -2.813696     -0.512550       0.586642 56080 
     H      -1.233816     -1.090792      -1.647829 56081 
     C       0.374874     -0.467106       1.878647 56082 
     H       0.794369     -1.421139       2.194757 56083 
     H      -0.625733     -0.366240       2.309392 56084 
     H       0.994352      0.344805       2.253415 56085 
     C       2.345504     -0.644873      -0.075681 56086 
     O       2.643410     -1.743839      -0.094861 56087 
     H      -2.203318     -1.265957       0.560702 56088 
     H       0.175419      0.858974      -1.343836 56089 
     O       0.703225      1.962736       0.293809 56090 
     O       1.796961      2.285784      -0.548837 56091 
     H       2.433605      1.586184      -0.332309 56092 
     H      -1.736322      1.521482       0.955175 56093 
     H      -1.735734      2.161362      -0.700501 56094 
Rotational constants (GHz):    1.1275100    0.8024700    0.6028900 56095 
Vibrational harmonic frequencies (cm-1): 56096 
     i301.0808                   50.3924                   83.0264             56097 
      104.6504                  111.8803                  136.0064             56098 
      173.8061                  194.6686                  205.5355             56099 
      215.4512                  220.7454                  256.0372             56100 
      276.6505                  289.7290                  338.5476             56101 
      379.4106                  435.8345                  454.2651             56102 
      463.6999                  481.3110                  530.2710             56103 
      554.1521                  589.5857                  627.4119             56104 
      778.7294                  931.2733                  962.2304             56105 
     1012.6661                 1024.8139                 1055.6104             56106 
     1060.8711                 1107.3508                 1116.6639             56107 
     1151.3538                 1231.1424                 1274.7242             56108 
     1310.2452                 1341.4595                 1371.3497             56109 
     1398.1703                 1410.8593                 1445.2475             56110 
     1457.3634                 1469.6769                 1478.7318             56111 
     1482.9829                 1501.5544                 2094.7346             56112 
     3046.7539                 3093.1714                 3118.2297             56113 
     3123.4499                 3153.1607                 3164.2047             56114 
     3704.1991                 3730.7193                 3746.1402             56115 
Zero-point correction (Hartree): 0.153828 56116 
 56117 
TS.triHPacyl.COelim.ppmpptmpmd 56118 
------------------------------ 56119 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16092818  56120 
Electronic state : 2-A 56121 
Cartesian coordinates (Angs): 56122 
     O       0.130775      2.199389      -1.244138 56123 
     O       0.277132      1.808134       0.111787 56124 
     C      -0.238299      0.549895       0.328090 56125 
     C       0.192424     -0.523260      -0.654482 56126 
     C       1.413366     -1.338069      -0.208532 56127 
     O       2.612905     -0.611364      -0.360715 56128 
     O       2.739591      0.277776       0.741971 56129 
     H      -0.826630      2.356257      -1.293062 56130 
     C      -0.301809      0.302953       1.799988 56131 
     H      -0.829448      1.119412       2.291009 56132 
     H       0.705819      0.239180       2.215976 56133 
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     H      -0.817292     -0.633280       1.997794 56134 
     C      -2.258982      0.881409      -0.169382 56135 
     O      -2.999418      0.183754       0.350045 56136 
     H       2.465055      1.123399       0.359755 56137 
     H       0.449841     -0.033085      -1.593116 56138 
     O      -0.866727     -1.385804      -1.033906 56139 
     O      -1.231370     -2.180176       0.091160 56140 
     H      -2.122593     -1.851173       0.274726 56141 
     H       1.321658     -1.707512       0.812397 56142 
     H       1.510289     -2.184453      -0.889206 56143 
Rotational constants (GHz):    1.1918000    0.7932400    0.6173800 56144 
Vibrational harmonic frequencies (cm-1): 56145 
     i294.4304                   62.2868                   88.0664             56146 
      116.2769                  144.1086                  150.5262             56147 
      164.5943                  168.1540                  174.7287             56148 
      207.5975                  221.3845                  243.0130             56149 
      281.7685                  299.1805                  334.5061             56150 
      359.8379                  367.7530                  372.3858             56151 
      381.0514                  430.4365                  497.0485             56152 
      525.1420                  569.8607                  658.0037             56153 
      819.9640                  941.3177                  955.6658             56154 
      963.1742                 1021.6448                 1046.4969             56155 
     1053.2987                 1086.8844                 1122.0981             56156 
     1130.4289                 1221.7805                 1275.8151             56157 
     1299.8537                 1327.8417                 1386.8883             56158 
     1396.7230                 1407.3891                 1425.0319             56159 
     1431.5937                 1438.6567                 1470.8784             56160 
     1478.8127                 1504.3437                 2065.3856             56161 
     3064.2282                 3086.8169                 3125.4459             56162 
     3132.3792                 3144.9783                 3172.8937             56163 
     3727.9127                 3783.7473                 3787.9590             56164 
Zero-point correction (Hartree): 0.152902 56165 
 56166 
TS.triHPacyl.COelim.ppppppmpmd 56167 
------------------------------ 56168 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16201046  56169 
Electronic state : 2-A 56170 
Cartesian coordinates (Angs): 56171 
     O       2.279769     -1.320909      -0.995546 56172 
     O       1.696059     -1.306623       0.297936 56173 
     C       0.707675     -0.362153       0.403264 56174 
     C      -0.271085     -0.303255      -0.756603 56175 
     C      -1.523140     -1.156024      -0.529306 56176 
     O      -2.355027     -0.749388       0.532352 56177 
     O      -3.293064      0.194220       0.042190 56178 
     H       3.067421     -0.776918      -0.849909 56179 
     C       0.250722     -0.343664       1.827786 56180 
     H       1.112983     -0.255010       2.487684 56181 
     H      -0.280943     -1.266356       2.071589 56182 
     H      -0.434600      0.482134       1.992506 56183 
     C       1.792409      1.450683       0.298892 56184 
     O       2.908836      1.247533       0.167330 56185 
     H      -2.799243      1.025810       0.120258 56186 
     H       0.233373     -0.724031      -1.626672 56187 
     O      -0.551066      1.018068      -1.194480 56188 
     O      -1.069596      1.787293      -0.120373 56189 
     H      -0.262739      2.198457       0.230470 56190 
     H      -2.106974     -1.191164      -1.450051 56191 
     H      -1.196034     -2.167989      -0.275360 56192 
Rotational constants (GHz):    1.5008800    0.6584400    0.5831300 56193 
Vibrational harmonic frequencies (cm-1): 56194 
     i285.1659                   56.3504                   78.8860             56195 
       95.6779                  160.8316                  166.6129             56196 
      192.2644                  213.3304                  231.1577             56197 
      250.2791                  259.7350                  260.6022             56198 
      265.1723                  291.8848                  328.5399             56199 
      335.8604                  371.1828                  435.2433             56200 
      487.3452                  507.6457                  550.2301             56201 
      558.1157                  573.1855                  726.6574             56202 
      832.7301                  911.4639                  958.2410             56203 
      959.7015                 1003.2225                 1033.4623             56204 
     1052.0898                 1061.7705                 1125.6194             56205 
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     1155.3831                 1215.5125                 1283.0113             56206 
     1320.2640                 1341.1471                 1394.2799             56207 
     1402.9691                 1415.9324                 1421.3615             56208 
     1427.9417                 1457.4333                 1459.3989             56209 
     1476.6129                 1491.6462                 2067.1538             56210 
     3060.2101                 3061.5329                 3117.0360             56211 
     3121.0535                 3127.0090                 3184.8286             56212 
     3707.1085                 3733.8727                 3783.1903             56213 
Zero-point correction (Hartree): 0.153915 56214 
 56215 
TS.triHPacyl.COelim.pppppppmmd 56216 
------------------------------ 56217 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16116944  56218 
Electronic state : 2-A 56219 
Cartesian coordinates (Angs): 56220 
     O       1.582529     -1.665243      -1.102169 56221 
     O       1.201426     -1.505597       0.257341 56222 
     C       0.601638     -0.293363       0.450396 56223 
     C      -0.347803      0.166089      -0.641367 56224 
     C      -1.482184     -0.840128      -0.862052 56225 
     O      -2.290691     -1.013295       0.280234 56226 
     O      -3.284422      0.000846       0.298466 56227 
     H       2.527828     -1.460640      -1.054696 56228 
     C       0.216730     -0.153598       1.885889 56229 
     H       1.072672     -0.369530       2.524039 56230 
     H      -0.595089     -0.840781       2.131268 56231 
     H      -0.122108      0.862855       2.074613 56232 
     C       2.257435      1.029595       0.351147 56233 
     O       3.208880      0.449917       0.095837 56234 
     H      -2.785616      0.793517       0.547336 56235 
     H       0.180027      0.292360      -1.586456 56236 
     O      -0.948353      1.397994      -0.279854 56237 
     O      -0.115815      2.474869      -0.673353 56238 
     H       0.561876      2.494343       0.019969 56239 
     H      -2.098399     -0.522396      -1.703555 56240 
     H      -1.044520     -1.817215      -1.068623 56241 
Rotational constants (GHz):    1.3219600    0.6923100    0.5735100 56242 
Vibrational harmonic frequencies (cm-1): 56243 
     i271.9741                   23.8919                   43.2891             56244 
       75.2246                  108.4446                  148.1843             56245 
      153.2587                  172.4658                  185.1854             56246 
      211.5665                  241.5540                  242.3159             56247 
      263.1574                  291.5342                  314.4266             56248 
      319.7235                  385.2411                  393.7524             56249 
      404.1782                  453.7919                  482.3141             56250 
      517.5664                  600.6907                  706.9530             56251 
      814.0083                  890.9782                  948.9026             56252 
      990.8785                 1001.5366                 1049.8954             56253 
     1064.1074                 1076.2794                 1131.3524             56254 
     1159.6297                 1244.1794                 1291.5884             56255 
     1313.2744                 1320.7495                 1370.8146             56256 
     1396.8296                 1410.6450                 1419.0948             56257 
     1450.4506                 1457.1159                 1463.6016             56258 
     1473.1681                 1493.4006                 2060.4108             56259 
     3062.9417                 3081.6713                 3111.5989             56260 
     3133.0704                 3142.5085                 3161.1031             56261 
     3743.3746                 3762.4710                 3785.2112             56262 
Zero-point correction (Hartree): 0.152673 56263 
 56264 
TS.triHPacyl.COelim.pppppptpmd 56265 
------------------------------ 56266 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16294967  56267 
Electronic state : 2-A 56268 
Cartesian coordinates (Angs): 56269 
     O       1.812471     -1.316609      -1.230860 56270 
     O       1.500893     -1.314840       0.155065 56271 
     C       0.797505     -0.189097       0.495381 56272 
     C      -0.234880      0.269510      -0.509028 56273 
     C      -1.203344     -0.850776      -0.899269 56274 
     O      -1.981451     -1.314745       0.185875 56275 
     O      -3.007282     -0.359234       0.442379 56276 
     H       2.697267     -0.922166      -1.227143 56277 
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     C       0.475272     -0.222833       1.951230 56278 
     H       1.369239     -0.475504       2.519789 56279 
     H      -0.294454     -0.970525       2.158848 56280 
     H       0.122691      0.757162       2.263666 56281 
     C       2.275124      1.343701       0.385643 56282 
     O       3.212095      0.959015      -0.145206 56283 
     H      -2.635809      0.130182       1.189936 56284 
     H       0.249265      0.629136      -1.420157 56285 
     O      -0.901011      1.352758       0.121247 56286 
     O      -1.771772      1.939203      -0.828850 56287 
     H      -2.586349      1.430766      -0.685977 56288 
     H      -1.857150     -0.527402      -1.710510 56289 
     H      -0.634310     -1.719062      -1.229390 56290 
Rotational constants (GHz):    1.4077300    0.6554900    0.5798900 56291 
Vibrational harmonic frequencies (cm-1): 56292 
     i288.9078                   31.9079                   61.0298             56293 
       74.3626                  127.1543                  155.3094             56294 
      170.4823                  192.5621                  198.9964             56295 
      214.7372                  225.2109                  232.1286             56296 
      263.0252                  275.2587                  309.7422             56297 
      360.3671                  375.2746                  395.5928             56298 
      440.6840                  479.7648                  535.4427             56299 
      551.5282                  579.7969                  736.9159             56300 
      817.2600                  883.9926                  952.0641             56301 
      967.5992                 1017.4065                 1048.9744             56302 
     1054.8143                 1075.2306                 1113.0273             56303 
     1165.3173                 1252.3600                 1292.9677             56304 
     1305.2586                 1343.9438                 1374.4412             56305 
     1399.9402                 1406.3319                 1414.7514             56306 
     1419.8512                 1452.8285                 1477.7740             56307 
     1478.1400                 1496.1390                 2052.6248             56308 
     3053.0464                 3071.2471                 3085.4201             56309 
     3127.6114                 3148.4086                 3166.6091             56310 
     3729.1663                 3772.7957                 3787.2691             56311 
Zero-point correction (Hartree): 0.153074 56312 
 56313 
TS.triHPacyl.COelim.pppppptppd 56314 
------------------------------ 56315 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16134667  56316 
Electronic state : 2-A 56317 
Cartesian coordinates (Angs): 56318 
     O       1.781427     -1.380134      -1.196364 56319 
     O       1.485265     -1.322678       0.192580 56320 
     C       0.817800     -0.165453       0.502617 56321 
     C      -0.219893      0.286469      -0.499695 56322 
     C      -1.203949     -0.832237      -0.853942 56323 
     O      -1.984691     -1.255462       0.247866 56324 
     O      -3.040762     -0.313741       0.429873 56325 
     H       2.672576     -1.001165      -1.215489 56326 
     C       0.520170     -0.131931       1.962767 56327 
     H       1.410828     -0.408672       2.525305 56328 
     H      -0.288152     -0.825033       2.205895 56329 
     H       0.213567      0.872716       2.241754 56330 
     C       2.344234      1.321797       0.306348 56331 
     O       3.269874      0.878431      -0.198585 56332 
     H      -3.813039     -0.873098       0.282238 56333 
     H       0.258797      0.605234      -1.430163 56334 
     O      -0.848426      1.393962       0.111849 56335 
     O      -1.776688      1.934576      -0.810517 56336 
     H      -2.594379      1.515299      -0.501887 56337 
     H      -1.854856     -0.521176      -1.671527 56338 
     H      -0.643509     -1.715610      -1.158319 56339 
Rotational constants (GHz):    1.4279500    0.6437200    0.5688500 56340 
Vibrational harmonic frequencies (cm-1): 56341 
     i285.4479                   28.5290                   59.1467             56342 
       67.7956                  124.3357                  159.6439             56343 
      171.1021                  178.2342                  180.4033             56344 
      205.2889                  221.2550                  231.6262             56345 
      259.7769                  272.2694                  295.4780             56346 
      303.7745                  356.3252                  375.6693             56347 
      439.1429                  480.7237                  490.0687             56348 
      545.5899                  579.2025                  734.9450             56349 
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      810.5347                  880.0741                  951.2265             56350 
      971.4512                 1016.4648                 1048.9056             56351 
     1052.9135                 1076.6972                 1109.7351             56352 
     1173.5415                 1250.3792                 1296.6542             56353 
     1305.8998                 1347.5530                 1375.6996             56354 
     1392.0335                 1407.8536                 1414.9554             56355 
     1417.2565                 1451.2551                 1471.5456             56356 
     1474.3706                 1490.3599                 2050.2729             56357 
     3059.4981                 3060.6582                 3087.1010             56358 
     3131.7302                 3148.0796                 3172.2259             56359 
     3752.9061                 3773.0294                 3825.3457             56360 
Zero-point correction (Hartree): 0.152657 56361 
 56362 
TS.triHPacyl.COelim.ppppptmpmd 56363 
------------------------------ 56364 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16111838  56365 
Electronic state : 2-A 56366 
Cartesian coordinates (Angs): 56367 
     O       2.332782     -1.611271      -0.852633 56368 
     O       1.730553     -1.433507       0.418547 56369 
     C       0.826434     -0.401650       0.407555 56370 
     C      -0.168134     -0.428276      -0.736607 56371 
     C      -1.412623     -1.265055      -0.424013 56372 
     O      -2.228231     -0.777829       0.616955 56373 
     O      -3.213356      0.079103       0.064103 56374 
     H       2.941082     -0.855106      -0.879916 56375 
     C       0.419732     -0.124054       1.817984 56376 
     H       1.306689      0.009117       2.436092 56377 
     H      -0.160406     -0.959735       2.217441 56378 
     H      -0.207174      0.760820       1.866785 56379 
     C       2.132170      1.218908      -0.072814 56380 
     O       1.760253      2.246175       0.261350 56381 
     H      -2.750883      0.931407       0.044115 56382 
     H       0.325782     -0.918184      -1.576421 56383 
     O      -0.451102      0.852204      -1.282659 56384 
     O      -1.035636      1.688896      -0.292521 56385 
     H      -0.319241      2.310846      -0.102190 56386 
     H      -2.012865     -1.378293      -1.327572 56387 
     H      -1.070574     -2.250275      -0.096093 56388 
Rotational constants (GHz):    1.2664900    0.7417000    0.6001500 56389 
Vibrational harmonic frequencies (cm-1): 56390 
     i267.7887                   63.9395                   75.7256             56391 
      110.4447                  145.3012                  150.0876             56392 
      168.4645                  178.4384                  201.9155             56393 
      215.5792                  233.6986                  258.7567             56394 
      270.6726                  294.5080                  323.0184             56395 
      361.3194                  371.9491                  389.0125             56396 
      437.3133                  503.5588                  519.9440             56397 
      543.9574                  573.3993                  720.5176             56398 
      829.9946                  904.3223                  954.6898             56399 
      955.8393                 1002.6385                 1029.5879             56400 
     1047.7689                 1061.8436                 1125.7923             56401 
     1155.7419                 1218.9542                 1285.3693             56402 
     1322.4349                 1339.7604                 1386.7195             56403 
     1403.7902                 1410.3232                 1421.5138             56404 
     1437.7930                 1457.0327                 1459.8430             56405 
     1467.7354                 1486.6097                 2062.8290             56406 
     3057.7156                 3064.1720                 3117.1369             56407 
     3122.7133                 3126.4735                 3185.7586             56408 
     3737.0077                 3740.3138                 3783.9180             56409 
Zero-point correction (Hartree): 0.153265 56410 
 56411 
TS.triHPacyl.COelim.ppppptpmmd 56412 
------------------------------ 56413 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16091731  56414 
Electronic state : 2-A 56415 
Cartesian coordinates (Angs): 56416 
     O      -1.061147      2.262817      -0.905037 56417 
     O      -0.819026      1.785040       0.408826 56418 
     C      -0.595674      0.434080       0.378139 56419 
     C       0.324877     -0.052806      -0.727283 56420 
     C       1.644351      0.724020      -0.747711 56421 
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     O       2.354155      0.631327       0.467077 56422 
     O       3.122396     -0.563096       0.460416 56423 
     H      -1.966967      1.946377      -1.058136 56424 
     C      -0.418598     -0.081071       1.767499 56425 
     H      -1.185255      0.336394       2.417547 56426 
     H       0.566843      0.193903       2.149025 56427 
     H      -0.503894     -1.166779       1.784457 56428 
     C      -2.515171     -0.178790      -0.138238 56429 
     O      -2.900208     -1.098972       0.420021 56430 
     H       2.456273     -1.255127       0.586824 56431 
     H      -0.149807      0.057216      -1.703385 56432 
     O       0.662800     -1.416444      -0.533302 56433 
     O      -0.443350     -2.213761      -0.923192 56434 
     H      -0.867587     -2.430541      -0.081098 56435 
     H       2.269113      0.369487      -1.568031 56436 
     H       1.417611      1.781181      -0.880127 56437 
Rotational constants (GHz):    1.2122400    0.7527800    0.5920900 56438 
Vibrational harmonic frequencies (cm-1): 56439 
     i286.4454                   49.6336                   60.6645             56440 
       91.6364                  129.7325                  147.3107             56441 
      156.4605                  164.4061                  169.3259             56442 
      204.8456                  228.5625                  244.3729             56443 
      271.0339                  300.6035                  321.2763             56444 
      339.8878                  373.4747                  384.4142             56445 
      388.8832                  440.4186                  495.5886             56446 
      512.0922                  604.6809                  701.5556             56447 
      815.9074                  887.5042                  949.4123             56448 
      988.3778                 1002.2095                 1049.7379             56449 
     1057.3814                 1071.2174                 1131.7929             56450 
     1162.4134                 1253.8270                 1290.6593             56451 
     1307.2060                 1327.1337                 1374.5555             56452 
     1396.4667                 1403.8909                 1418.2461             56453 
     1433.2701                 1451.0725                 1463.6338             56454 
     1467.2069                 1494.1406                 2062.1187             56455 
     3062.7131                 3086.2144                 3097.9706             56456 
     3133.5321                 3152.6676                 3156.9726             56457 
     3726.4330                 3762.7919                 3787.7983             56458 
Zero-point correction (Hartree): 0.152654 56459 
 56460 
TS.triHPacyl.COelim.ppppptppmd 56461 
------------------------------ 56462 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16148243  56463 
Electronic state : 2-A 56464 
Cartesian coordinates (Angs): 56465 
     O      -1.001851      2.275090      -0.843786 56466 
     O      -0.786988      1.731005       0.450479 56467 
     C      -0.593146      0.374373       0.358343 56468 
     C       0.338264     -0.065256      -0.757203 56469 
     C       1.644136      0.733678      -0.762006 56470 
     O       2.325741      0.682080       0.469976 56471 
     O       3.082524     -0.518454       0.525046 56472 
     H      -1.898799      1.956746      -1.039243 56473 
     C      -0.445406     -0.220372       1.717696 56474 
     H      -1.218539      0.171625       2.375813 56475 
     H       0.534262      0.025539       2.133711 56476 
     H      -0.550914     -1.301713       1.655522 56477 
     C      -2.494507     -0.153084      -0.229720 56478 
     O      -3.025617     -0.926549       0.419252 56479 
     H       2.409380     -1.190969       0.707160 56480 
     H      -0.144734      0.059245      -1.729894 56481 
     O       0.713945     -1.423436      -0.590119 56482 
     O      -0.461216     -2.218755      -0.690427 56483 
     H      -0.295469     -2.704715      -1.508127 56484 
     H       2.296218      0.377491      -1.560743 56485 
     H       1.400250      1.782873      -0.920220 56486 
Rotational constants (GHz):    1.2406100    0.7546400    0.5941000 56487 
Vibrational harmonic frequencies (cm-1): 56488 
     i303.2303                   58.0093                   69.3689             56489 
       90.2995                  133.5760                  163.2732             56490 
      171.3837                  172.3824                  186.3451             56491 
      204.7910                  212.9684                  230.7040             56492 
      250.4334                  288.6059                  298.8353             56493 
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      333.0410                  368.2676                  383.3624             56494 
      393.0065                  439.1415                  496.5730             56495 
      516.9330                  604.2512                  703.5041             56496 
      818.2363                  886.1532                  951.3950             56497 
      986.4676                 1001.7281                 1046.5455             56498 
     1054.6421                 1068.3737                 1133.8552             56499 
     1162.5330                 1251.6410                 1291.3980             56500 
     1303.8420                 1335.2464                 1372.3902             56501 
     1397.5841                 1406.1376                 1410.1363             56502 
     1435.3517                 1448.3960                 1465.7668             56503 
     1475.4135                 1494.9989                 2078.3816             56504 
     3060.2077                 3067.7720                 3085.8078             56505 
     3136.4398                 3155.4326                 3165.2185             56506 
     3722.2891                 3764.8281                 3821.6533             56507 
Zero-point correction (Hartree): 0.152695 56508 
 56509 
TS.triHPacyl.COelim.pppppttmmd 56510 
------------------------------ 56511 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16138810  56512 
Electronic state : 2-A 56513 
Cartesian coordinates (Angs): 56514 
     O       1.616334     -1.793700      -1.242131 56515 
     O       1.347045     -1.636038       0.142701 56516 
     C       0.847167     -0.387197       0.385562 56517 
     C      -0.204280      0.095218      -0.589940 56518 
     C      -1.354286     -0.900516      -0.746735 56519 
     O      -2.015562     -1.131155       0.478300 56520 
     O      -3.000468     -0.122932       0.659027 56521 
     H       2.439876     -1.287440      -1.331924 56522 
     C       0.683341     -0.170375       1.851199 56523 
     H       1.573852     -0.515590       2.374020 56524 
     H      -0.184653     -0.720344       2.221959 56525 
     H       0.539800      0.889440       2.051493 56526 
     C       2.496951      0.821067      -0.141250 56527 
     O       2.525627      1.833626       0.381340 56528 
     H      -2.471409      0.646005       0.916696 56529 
     H       0.241620      0.275394      -1.571131 56530 
     O      -0.655475      1.333975      -0.049923 56531 
     O      -1.445828      1.968617      -1.047088 56532 
     H      -0.909672      2.747295      -1.243700 56533 
     H      -2.067175     -0.540360      -1.488595 56534 
     H      -0.948989     -1.862731      -1.059642 56535 
Rotational constants (GHz):    1.1786000    0.7332000    0.5951200 56536 
Vibrational harmonic frequencies (cm-1): 56537 
     i272.1057                   39.5603                   52.2406             56538 
       64.6185                  110.4499                  129.2988             56539 
      148.3668                  170.4003                  182.9716             56540 
      205.4197                  217.6236                  226.9010             56541 
      260.6792                  276.7084                  295.2438             56542 
      325.4378                  348.4843                  387.0143             56543 
      424.6497                  444.9857                  480.6058             56544 
      528.2734                  583.5006                  723.0657             56545 
      825.3811                  883.3407                  954.4910             56546 
      974.2133                 1013.6628                 1044.4076             56547 
     1050.8015                 1076.3432                 1118.3279             56548 
     1151.6673                 1262.6845                 1292.8974             56549 
     1304.2118                 1338.0115                 1379.4570             56550 
     1396.7457                 1405.6155                 1413.2301             56551 
     1428.4884                 1435.0943                 1468.5424             56552 
     1473.6235                 1493.4312                 2083.7979             56553 
     3058.6952                 3071.3792                 3088.7077             56554 
     3131.9607                 3145.9177                 3162.4588             56555 
     3736.6708                 3775.6656                 3819.2289             56556 
Zero-point correction (Hartree): 0.152377 56557 
 56558 
TS.triHPacyl.COelim.pppppttpmd 56559 
------------------------------ 56560 
IRC pathway available 56561 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18848260  56562 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07138868  56563 
     T1 diagnostic:  0.016670  56564 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03225919  56565 
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E(MP3/Aug-CC-pVTZ) (Hartree): -721.05011460  56566 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03754098  56567 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05353104  56568 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51222966  56569 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50527032  56570 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16413562  56571 
Electronic state : 2-A 56572 
Cartesian coordinates (Angs): 56573 
     O       1.665816     -1.834600      -1.136204 56574 
     O       1.424431     -1.555839       0.234145 56575 
     C       0.877770     -0.308239       0.373955 56576 
     C      -0.211120      0.042165      -0.615521 56577 
     C      -1.326109     -1.004533      -0.646212 56578 
     O      -2.021763     -1.113006       0.579490 56579 
     O      -2.906445     -0.000930       0.690548 56580 
     H       2.431703     -1.263966      -1.314660 56581 
     C       0.720803      0.023482       1.819421 56582 
     H       1.634320     -0.227812       2.355772 56583 
     H      -0.108017     -0.541770       2.253369 56584 
     H       0.525875      1.088161       1.930128 56585 
     C       2.469185      0.886890      -0.265177 56586 
     O       2.591085      1.869570       0.298177 56587 
     H      -2.409418      0.586429       1.277247 56588 
     H       0.202216      0.122922      -1.623592 56589 
     O      -0.679542      1.317523      -0.203283 56590 
     O      -1.587882      1.785564      -1.183196 56591 
     H      -2.429381      1.432164      -0.852253 56592 
     H      -2.029945     -0.793046      -1.452463 56593 
     H      -0.886122     -1.987939      -0.809758 56594 
Rotational constants (GHz):    1.2188100    0.7187300    0.5956400 56595 
Vibrational harmonic frequencies (cm-1): 56596 
     i289.0072                   49.2456                   58.5135             56597 
       73.6100                  131.3731                  155.1519             56598 
      162.9338                  180.9778                  189.7163             56599 
      214.3210                  228.1673                  237.9354             56600 
      268.9043                  299.4523                  328.2252             56601 
      350.8592                  395.5108                  407.5271             56602 
      443.1509                  481.6229                  530.7548             56603 
      547.6303                  586.6333                  734.3018             56604 
      817.6645                  883.3549                  953.8300             56605 
      966.9906                 1015.7131                 1049.3214             56606 
     1054.0954                 1075.6412                 1112.8773             56607 
     1166.3555                 1259.6429                 1292.5741             56608 
     1305.0436                 1347.2193                 1375.4004             56609 
     1399.9629                 1406.9434                 1415.1522             56610 
     1432.7581                 1453.4489                 1475.6812             56611 
     1477.9279                 1495.3701                 2089.9455             56612 
     3052.3784                 3073.5724                 3086.1911             56613 
     3129.0772                 3146.3719                 3163.8966             56614 
     3723.1295                 3731.6578                 3788.3451             56615 
Zero-point correction (Hartree): 0.153262 56616 
 56617 
TS.triHPacyl.COelim.pppppttppd 56618 
------------------------------ 56619 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16274793  56620 
Electronic state : 2-A 56621 
Cartesian coordinates (Angs): 56622 
     O       1.622161     -1.865792      -1.129938 56623 
     O       1.388830     -1.578489       0.240875 56624 
     C       0.888691     -0.310443       0.380050 56625 
     C      -0.190423      0.080307      -0.605659 56626 
     C      -1.323490     -0.946189      -0.653087 56627 
     O      -2.027025     -1.057196       0.569463 56628 
     O      -2.940689      0.035556       0.653080 56629 
     H       2.391718     -1.301162      -1.313071 56630 
     C       0.749144      0.037040       1.822577 56631 
     H       1.637081     -0.283376       2.364851 56632 
     H      -0.130568     -0.450602       2.248145 56633 
     H       0.629864      1.113112       1.926526 56634 
     C       2.529910      0.815004      -0.277485 56635 
     O       2.696174      1.795316       0.278460 56636 
     H      -3.783851     -0.432312       0.688643 56637 
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     H       0.223293      0.153346      -1.615559 56638 
     O      -0.615979      1.358137      -0.177034 56639 
     O      -1.571530      1.837160      -1.105134 56640 
     H      -2.393182      1.593753      -0.651828 56641 
     H      -2.017719     -0.710960      -1.460327 56642 
     H      -0.895169     -1.933650      -0.823932 56643 
Rotational constants (GHz):    1.2389700    0.7054200    0.5835500 56644 
Vibrational harmonic frequencies (cm-1): 56645 
     i283.0136                   48.8726                   57.1935             56646 
       67.2930                  137.7889                  152.3774             56647 
      162.6675                  173.4711                  180.9972             56648 
      200.1636                  223.5359                  237.2060             56649 
      256.5189                  271.9287                  295.4074             56650 
      326.4755                  352.0094                  418.0012             56651 
      443.8056                  486.5596                  491.8260             56652 
      535.3315                  586.2709                  732.6771             56653 
      811.5791                  879.2295                  954.0786             56654 
      971.4797                 1015.2652                 1049.0889             56655 
     1053.2233                 1077.5634                 1109.5638             56656 
     1175.0716                 1258.3343                 1295.7435             56657 
     1306.7124                 1350.3736                 1377.0421             56658 
     1392.0740                 1407.8657                 1416.8538             56659 
     1434.6920                 1451.4473                 1470.9864             56660 
     1472.9972                 1490.8535                 2090.4247             56661 
     3059.4316                 3060.5846                 3087.3260             56662 
     3134.3326                 3146.8354                 3167.7141             56663 
     3717.6102                 3754.0895                 3827.5999             56664 
Zero-point correction (Hartree): 0.152880 56665 
 56666 
TS.triHPacyl.COelim.pptmppmmmd 56667 
------------------------------ 56668 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16113688  56669 
Electronic state : 2-A 56670 
Cartesian coordinates (Angs): 56671 
     O       1.587167     -1.932362       0.184570 56672 
     O       1.575313     -0.800677       1.046946 56673 
     C       0.964351      0.265357       0.434265 56674 
     C      -0.288951     -0.051875      -0.357864 56675 
     C      -1.251996     -0.921981       0.451608 56676 
     O      -2.369878     -1.335716      -0.310897 56677 
     O      -3.316924     -0.271019      -0.347877 56678 
     H       2.462451     -1.848719      -0.221301 56679 
     C       1.043180      1.460601       1.321353 56680 
     H       2.060028      1.562591       1.699123 56681 
     H       0.359139      1.375454       2.168999 56682 
     H       0.772698      2.346875       0.754007 56683 
     C       2.349720      0.787800      -1.093981 56684 
     O       3.233946      0.061979      -1.101981 56685 
     H      -4.071492     -0.678389       0.094016 56686 
     H      -0.028137     -0.606633      -1.261205 56687 
     O      -0.881900      1.119982      -0.875258 56688 
     O      -1.538727      1.831199       0.166368 56689 
     H      -2.441054      1.491511       0.063234 56690 
     H      -0.743278     -1.848528       0.713282 56691 
     H      -1.580165     -0.420658       1.362592 56692 
Rotational constants (GHz):    1.4649800    0.6181700    0.5328200 56693 
Vibrational harmonic frequencies (cm-1): 56694 
     i292.3714                   35.7776                   62.7496             56695 
       86.4371                  115.3058                  167.9822             56696 
      180.1449                  197.5003                  211.1397             56697 
      221.9529                  234.7995                  251.9307             56698 
      262.2506                  283.2793                  295.2064             56699 
      315.6972                  329.4948                  369.0337             56700 
      458.7219                  490.7024                  526.1486             56701 
      545.7988                  586.1688                  669.8545             56702 
      828.0986                  896.1437                  953.4740             56703 
      969.0781                  999.5290                 1039.3538             56704 
     1045.4666                 1106.2879                 1121.4024             56705 
     1155.5494                 1237.5506                 1292.0693             56706 
     1312.0182                 1329.2350                 1380.0756             56707 
     1388.8857                 1411.4531                 1414.3965             56708 
     1416.2609                 1460.9378                 1468.1715             56709 
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     1478.8279                 1484.5051                 2049.0427             56710 
     3054.5088                 3087.0295                 3096.0278             56711 
     3125.0491                 3154.4073                 3175.3783             56712 
     3760.6274                 3782.9059                 3829.4144             56713 
Zero-point correction (Hartree): 0.153096 56714 
 56715 
TS.triHPacyl.COelim.pptmppmmpd 56716 
------------------------------ 56717 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16283566  56718 
Electronic state : 2-A 56719 
Cartesian coordinates (Angs): 56720 
     O       1.584888     -1.925964       0.179765 56721 
     O       1.591525     -0.786927       1.032779 56722 
     C       0.959845      0.269591       0.426373 56723 
     C      -0.317685     -0.068507      -0.315506 56724 
     C      -1.259769     -0.926784       0.528655 56725 
     O      -2.376756     -1.382989      -0.208451 56726 
     O      -3.295058     -0.304500      -0.367507 56727 
     H       2.462601     -1.860528      -0.224021 56728 
     C       1.072774      1.477843       1.292362 56729 
     H       2.102632      1.577995       1.633678 56730 
     H       0.417844      1.408312       2.163854 56731 
     H       0.788667      2.358512       0.723129 56732 
     C       2.280540      0.765754      -1.156112 56733 
     O       3.202531      0.089063      -1.141552 56734 
     H      -3.154930     -0.066394      -1.294116 56735 
     H      -0.079345     -0.634187      -1.218751 56736 
     O      -0.942939      1.092206      -0.834372 56737 
     O      -1.539187      1.833873       0.221866 56738 
     H      -2.422488      1.432515       0.255430 56739 
     H      -0.740054     -1.838392       0.818807 56740 
     H      -1.589203     -0.403309       1.427143 56741 
Rotational constants (GHz):    1.4511700    0.6252300    0.5390000 56742 
Vibrational harmonic frequencies (cm-1): 56743 
     i295.9049                   37.5258                   57.5284             56744 
       95.5679                  114.3258                  163.8016             56745 
      183.6202                  203.1156                  205.2153             56746 
      217.4141                  236.2783                  262.7825             56747 
      267.9639                  294.3793                  317.3164             56748 
      336.6602                  348.2915                  378.9830             56749 
      452.2148                  494.4182                  545.4371             56750 
      569.8662                  591.3850                  670.9128             56751 
      833.6708                  900.9167                  952.1231             56752 
      968.9487                  999.0359                 1040.1249             56753 
     1046.1934                 1110.5399                 1120.0939             56754 
     1147.7700                 1238.4969                 1288.0547             56755 
     1314.0883                 1327.0338                 1379.6933             56756 
     1400.4444                 1410.1889                 1412.7020             56757 
     1414.2649                 1452.4131                 1475.2719             56758 
     1479.1416                 1486.5936                 2051.4943             56759 
     3055.6579                 3083.2017                 3093.4315             56760 
     3125.4580                 3156.1524                 3175.5126             56761 
     3718.3339                 3783.5407                 3801.9624             56762 
Zero-point correction (Hartree): 0.153292 56763 
 56764 
TS.triHPacyl.COelim.pptmpppmpd 56765 
------------------------------ 56766 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16170589  56767 
Electronic state : 2-A 56768 
Cartesian coordinates (Angs): 56769 
     O       1.450612     -1.735454      -1.083645 56770 
     O       1.480558     -1.442799       0.305418 56771 
     C       0.847962     -0.259905       0.563832 56772 
     C      -0.427529      0.010681      -0.206514 56773 
     C      -1.484288     -1.048439       0.122205 56774 
     O      -2.662429     -0.843160      -0.617813 56775 
     O      -3.495218      0.057352       0.097186 56776 
     H       2.342880     -1.469174      -1.349399 56777 
     C       0.882434      0.009720       2.031843 56778 
     H       1.904057     -0.056787       2.403152 56779 
     H       0.274384     -0.717473       2.576229 56780 
     H       0.490194      1.004891       2.226984 56781 
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     C       2.261305      1.164094      -0.151138 56782 
     O       3.155605      0.622380      -0.610978 56783 
     H      -3.072611      0.910792      -0.079338 56784 
     H      -0.256484      0.007406      -1.281332 56785 
     O      -0.969332      1.270157       0.161210 56786 
     O      -0.429695      2.278964      -0.678637 56787 
     H       0.411897      2.488659      -0.246404 56788 
     H      -1.095700     -2.021493      -0.180953 56789 
     H      -1.718715     -1.063254       1.187760 56790 
Rotational constants (GHz):    1.3613100    0.6292500    0.5373800 56791 
Vibrational harmonic frequencies (cm-1): 56792 
     i269.7763                   28.1551                   60.9434             56793 
       73.9968                   99.3826                  132.9614             56794 
      149.9099                  170.7782                  176.5335             56795 
      204.3726                  226.9505                  230.2431             56796 
      267.3407                  290.7289                  308.2418             56797 
      317.6261                  364.6921                  401.9132             56798 
      413.5008                  451.4595                  484.6920             56799 
      564.1005                  582.8903                  606.4077             56800 
      834.5581                  888.9479                  961.2955             56801 
      978.0059                 1034.2815                 1045.8569             56802 
     1053.5603                 1111.1872                 1131.1651             56803 
     1160.3169                 1241.6094                 1297.1209             56804 
     1301.9019                 1331.8828                 1374.3277             56805 
     1398.2808                 1411.8099                 1419.5702             56806 
     1442.5747                 1449.5127                 1462.2128             56807 
     1474.1219                 1493.3309                 2065.9628             56808 
     3053.1835                 3076.4348                 3123.3500             56809 
     3125.8750                 3137.8659                 3168.1961             56810 
     3754.0302                 3770.0165                 3783.6322             56811 
Zero-point correction (Hartree): 0.152555 56812 
 56813 
TS.triHPacyl.COelim.pptmpptmpd 56814 
------------------------------ 56815 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15982491  56816 
Electronic state : 2-A 56817 
Cartesian coordinates (Angs): 56818 
     O       1.572350     -1.693323      -0.960333 56819 
     O       1.656528     -1.281848       0.397738 56820 
     C       1.003010     -0.094298       0.578301 56821 
     C      -0.323438      0.053577      -0.128075 56822 
     C      -1.259265     -1.109851       0.205593 56823 
     O      -2.460680     -1.076264      -0.528998 56824 
     O      -3.387306     -0.242201       0.149386 56825 
     H       2.443529     -1.428340      -1.288836 56826 
     C       1.149031      0.346924       1.995436 56827 
     H       2.192075      0.270647       2.299349 56828 
     H       0.548922     -0.275510       2.665097 56829 
     H       0.816878      1.377515       2.091036 56830 
     C       2.214310      1.302785      -0.499885 56831 
     O       3.176391      0.797934      -0.852419 56832 
     H      -3.216758      0.622694      -0.252033 56833 
     H      -0.181129      0.094147      -1.208832 56834 
     O      -0.832230      1.308534       0.311571 56835 
     O      -1.707779      1.809581      -0.684892 56836 
     H      -1.191709      2.534834      -1.058614 56837 
     H      -0.769453     -2.039794      -0.085802 56838 
     H      -1.482433     -1.130314       1.273990 56839 
Rotational constants (GHz):    1.4206100    0.6033800    0.5312500 56840 
Vibrational harmonic frequencies (cm-1): 56841 
     i274.9492                   43.0413                   55.5138             56842 
       58.5697                   97.4329                  141.6932             56843 
      150.6277                  162.2417                  179.3163             56844 
      194.4750                  205.2406                  217.4565             56845 
      226.8801                  258.0988                  288.1123             56846 
      320.5140                  322.9594                  401.3946             56847 
      432.7612                  452.2902                  488.5213             56848 
      522.9079                  577.3456                  596.1782             56849 
      875.9124                  893.6635                  969.3978             56850 
      975.4681                 1037.2461                 1041.2807             56851 
     1052.2705                 1109.7010                 1128.6029             56852 
     1144.0096                 1245.2548                 1297.5113             56853 



803 
 

     1307.1768                 1337.1552                 1380.4891             56854 
     1398.2040                 1406.8807                 1413.1763             56855 
     1416.2339                 1449.1484                 1458.4443             56856 
     1477.8562                 1489.9058                 2064.4001             56857 
     3047.6956                 3073.6293                 3095.4489             56858 
     3123.6074                 3137.6605                 3170.8220             56859 
     3765.9460                 3790.4648                 3817.8052             56860 
Zero-point correction (Hartree): 0.152150 56861 
 56862 
TS.triHPacyl.COelim.pptmpptpmd 56863 
------------------------------ 56864 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16043499  56865 
Electronic state : 2-A 56866 
Cartesian coordinates (Angs): 56867 
     O       1.573914     -1.707008      -0.906985 56868 
     O       1.677191     -1.268675       0.440170 56869 
     C       1.023687     -0.075185       0.617516 56870 
     C      -0.285795      0.087924      -0.120292 56871 
     C      -1.210916     -1.091194       0.192698 56872 
     O      -2.415157     -1.066782      -0.550197 56873 
     O      -3.288207     -0.125703       0.076108 56874 
     H       2.365435     -1.309830      -1.299980 56875 
     C       1.126757      0.347123       2.043531 56876 
     H       2.159762      0.267779       2.379067 56877 
     H       0.505838     -0.280170       2.689360 56878 
     H       0.796186      1.378617       2.132592 56879 
     C       2.309158      1.325788      -0.374168 56880 
     O       3.021400      0.777437      -1.080879 56881 
     H      -4.108657     -0.630529       0.113227 56882 
     H      -0.124862      0.136545      -1.197930 56883 
     O      -0.819752      1.324612       0.313531 56884 
     O      -1.591842      1.882017      -0.735151 56885 
     H      -2.464233      1.490656      -0.568249 56886 
     H      -0.726054     -2.017223      -0.115653 56887 
     H      -1.441129     -1.129775       1.259075 56888 
Rotational constants (GHz):    1.3900600    0.6125500    0.5436800 56889 
Vibrational harmonic frequencies (cm-1): 56890 
     i280.8261                   30.9742                   56.4099             56891 
       72.9018                  111.7830                  119.8856             56892 
      164.4219                  172.2252                  173.7217             56893 
      191.5043                  196.1906                  223.5472             56894 
      234.8836                  260.9732                  286.4689             56895 
      326.3774                  370.7784                  399.2902             56896 
      428.3831                  453.1299                  512.8155             56897 
      541.0112                  579.1528                  588.6738             56898 
      874.4022                  894.4418                  966.1002             56899 
      971.3032                 1037.7157                 1044.1037             56900 
     1054.7744                 1101.9803                 1109.9532             56901 
     1158.1149                 1243.0780                 1299.7248             56902 
     1306.8744                 1333.3964                 1376.5469             56903 
     1390.9107                 1410.9380                 1418.0510             56904 
     1420.0624                 1456.3215                 1473.7942             56905 
     1477.9854                 1489.4393                 2053.3779             56906 
     3046.9938                 3075.9371                 3098.9194             56907 
     3124.4053                 3146.6056                 3173.3926             56908 
     3727.2424                 3772.2234                 3846.0223             56909 
Zero-point correction (Hartree): 0.152343 56910 
 56911 
TS.triHPacyl.COelim.pptmptmmmd 56912 
------------------------------ 56913 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16242957  56914 
Electronic state : 2-A 56915 
Cartesian coordinates (Angs): 56916 
     O      -1.338862      2.291887      -0.303629 56917 
     O      -1.454816      1.409170       0.803276 56918 
     C      -1.030368      0.152666       0.449190 56919 
     C       0.255592      0.093632      -0.352692 56920 
     C       1.356903      0.922932       0.307540 56921 
     O       2.525309      0.992178      -0.487022 56922 
     O       3.271645     -0.208659      -0.305083 56923 
     H      -2.060514      1.976211      -0.872733 56924 
     C      -1.298481     -0.808418       1.556146 56925 
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     H      -2.305962     -0.648605       1.937356 56926 
     H      -0.585504     -0.680352       2.373843 56927 
     H      -1.205203     -1.826003       1.184746 56928 
     C      -2.461619     -0.342316      -0.985490 56929 
     O      -2.750510     -1.444034      -1.022489 56930 
     H       4.088855      0.136369       0.074099 56931 
     H       0.089371      0.508068      -1.349224 56932 
     O       0.629017     -1.239263      -0.631782 56933 
     O       1.159456     -1.850027       0.537278 56934 
     H       2.106343     -1.694426       0.397296 56935 
     H       1.011928      1.953677       0.377285 56936 
     H       1.598615      0.554067       1.304780 56937 
Rotational constants (GHz):    1.3087500    0.6692600    0.5434300 56938 
Vibrational harmonic frequencies (cm-1): 56939 
     i289.3113                   48.6595                   59.1180             56940 
       83.5216                  136.7024                  152.8685             56941 
      172.9369                  193.1762                  208.6079             56942 
      223.9402                  235.0215                  246.9472             56943 
      250.4986                  285.9961                  304.6561             56944 
      317.7870                  336.5617                  419.5868             56945 
      459.6388                  482.1319                  520.1277             56946 
      547.4944                  583.5473                  669.0757             56947 
      827.2043                  895.4464                  954.3560             56948 
      969.5390                 1000.8933                 1041.2247             56949 
     1046.4303                 1107.0139                 1123.0521             56950 
     1157.9781                 1246.2283                 1295.7425             56951 
     1308.3146                 1328.6057                 1383.3020             56952 
     1389.5232                 1412.8048                 1416.5887             56953 
     1435.5336                 1457.8839                 1466.4200             56954 
     1475.5249                 1484.2764                 2087.0704             56955 
     3056.8343                 3085.7555                 3094.6333             56956 
     3129.4007                 3153.1561                 3171.3512             56957 
     3721.2004                 3744.1609                 3830.7342             56958 
Zero-point correction (Hartree): 0.153177 56959 
 56960 
TS.triHPacyl.COelim.pptmptmmpd 56961 
------------------------------ 56962 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16395975  56963 
Electronic state : 2-A 56964 
Cartesian coordinates (Angs): 56965 
     O      -1.333806      2.281972      -0.337002 56966 
     O      -1.481094      1.407754       0.772636 56967 
     C      -1.033482      0.152352       0.445810 56968 
     C       0.278697      0.106303      -0.312356 56969 
     C       1.359120      0.944250       0.369284 56970 
     O       2.534012      1.045147      -0.410283 56971 
     O       3.249388     -0.184824      -0.321857 56972 
     H      -2.048928      1.972287      -0.917057 56973 
     C      -1.332548     -0.799546       1.553056 56974 
     H      -2.352402     -0.638413       1.899206 56975 
     H      -0.647133     -0.660210       2.391965 56976 
     H      -1.225388     -1.820779       1.196040 56977 
     C      -2.403914     -0.373882      -1.032322 56978 
     O      -2.666577     -1.481922      -1.078732 56979 
     H       3.085781     -0.566610      -1.194884 56980 
     H       0.135105      0.512289      -1.316277 56981 
     O       0.684708     -1.226217      -0.573557 56982 
     O       1.156992     -1.832542       0.622110 56983 
     H       2.096196     -1.586727       0.596085 56984 
     H       1.002469      1.969649       0.453211 56985 
     H       1.598082      0.566697       1.364357 56986 
Rotational constants (GHz):    1.2903100    0.6798000    0.5518400 56987 
Vibrational harmonic frequencies (cm-1): 56988 
     i292.0201                   46.1780                   58.5277             56989 
       96.3691                  135.1523                  151.2832             56990 
      179.7689                  197.2974                  209.1440             56991 
      227.9348                  239.3350                  259.0236             56992 
      280.7492                  304.6796                  327.3012             56993 
      337.0470                  390.3784                  411.2888             56994 
      451.4023                  486.0029                  550.4650             56995 
      576.2951                  591.4217                  669.6563             56996 
      832.5587                  899.6415                  952.7538             56997 
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      969.4652                 1000.1030                 1042.7336             56998 
     1047.2211                 1110.4857                 1122.0690             56999 
     1149.6811                 1247.0428                 1291.2368             57000 
     1309.5768                 1325.3903                 1381.6868             57001 
     1398.3650                 1409.2899                 1415.1867             57002 
     1434.2415                 1456.9261                 1473.6352             57003 
     1478.2275                 1485.4019                 2085.9525             57004 
     3057.8928                 3081.6579                 3092.2494             57005 
     3130.5931                 3154.4721                 3172.0585             57006 
     3715.7738                 3727.2940                 3800.1021             57007 
Zero-point correction (Hartree): 0.153612 57008 
 57009 
TS.triHPacyl.COelim.pptmptpmpd 57010 
------------------------------ 57011 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16122023  57012 
Electronic state : 2-A 57013 
Cartesian coordinates (Angs): 57014 
     O      -1.033605      2.201687      -0.989807 57015 
     O      -1.213677      1.757931       0.345039 57016 
     C      -0.871524      0.435496       0.446148 57017 
     C       0.409393      0.029201      -0.254191 57018 
     C       1.575369      0.914568       0.196516 57019 
     O       2.765683      0.578417      -0.473303 57020 
     O       3.410543     -0.465238       0.241036 57021 
     H      -1.797006      1.793445      -1.431181 57022 
     C      -1.120853     -0.049412       1.835043 57023 
     H      -2.078495      0.324129       2.192246 57024 
     H      -0.335862      0.290100       2.515409 57025 
     H      -1.135293     -1.137563       1.857442 57026 
     C      -2.442187     -0.381508      -0.662211 57027 
     O      -2.877877     -1.350296      -0.241311 57028 
     H       2.903564     -1.243757      -0.031903 57029 
     H       0.315863      0.103009      -1.337249 57030 
     O       0.761474     -1.305166       0.077146 57031 
     O      -0.009195     -2.180571      -0.734493 57032 
     H      -0.677002     -2.510097      -0.117597 57033 
     H       1.346046      1.942053      -0.084414 57034 
     H       1.730229      0.854507       1.274978 57035 
Rotational constants (GHz):    1.2613900    0.6807500    0.5371600 57036 
Vibrational harmonic frequencies (cm-1): 57037 
     i280.1260                   49.4130                   68.3609             57038 
       76.2533                  127.8372                  143.2701             57039 
      144.4468                  149.7320                  174.7333             57040 
      187.3289                  217.9365                  239.0723             57041 
      265.1281                  296.1916                  306.3321             57042 
      330.6062                  374.9481                  403.0682             57043 
      408.0165                  438.2406                  489.5229             57044 
      555.7336                  586.9530                  603.9950             57045 
      829.8230                  890.5369                  961.5516             57046 
      980.3367                 1032.3593                 1045.4222             57047 
     1052.1681                 1108.9090                 1131.2990             57048 
     1162.3090                 1253.7843                 1292.7323             57049 
     1304.3811                 1331.0574                 1379.1669             57050 
     1397.4931                 1405.3988                 1419.9316             57051 
     1433.5196                 1447.8898                 1461.6020             57052 
     1468.2446                 1488.1025                 2064.7220             57053 
     3055.5296                 3081.3630                 3110.6888             57054 
     3128.7044                 3146.7586                 3162.3380             57055 
     3723.2645                 3772.9764                 3795.9008             57056 
Zero-point correction (Hartree): 0.152540 57057 
 57058 
TS.triHPacyl.COelim.pptmpttmpd 57059 
------------------------------ 57060 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16055241  57061 
Electronic state : 2-A 57062 
Cartesian coordinates (Angs): 57063 
     O       1.631437     -1.586745      -1.347488 57064 
     O       1.749468     -1.501036       0.067592 57065 
     C       1.143485     -0.361136       0.516452 57066 
     C      -0.216478     -0.056839      -0.065591 57067 
     C      -1.191084     -1.219352       0.117369 57068 
     O      -2.389002     -1.035912      -0.600620 57069 
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     O      -3.255172     -0.209421       0.161974 57070 
     H       2.536007     -1.381668      -1.620473 57071 
     C       1.383298     -0.212988       1.980721 57072 
     H       2.450715     -0.276202       2.185351 57073 
     H       0.876826     -1.004592       2.540393 57074 
     H       1.002589      0.746872       2.321002 57075 
     C       2.301132      1.197320      -0.362457 57076 
     O       1.684630      2.063558      -0.778995 57077 
     H      -3.013263      0.678997      -0.139844 57078 
     H      -0.130353      0.155629      -1.131773 57079 
     O      -0.648248      1.126131       0.601863 57080 
     O      -1.436842      1.893705      -0.288214 57081 
     H      -0.781055      2.492200      -0.673521 57082 
     H      -0.741536     -2.119789      -0.304058 57083 
     H      -1.412229     -1.375711       1.175066 57084 
Rotational constants (GHz):    1.2019300    0.7111200    0.5757100 57085 
Vibrational harmonic frequencies (cm-1): 57086 
     i277.4554                   45.6594                   57.6662             57087 
       67.5904                   99.2503                  115.0406             57088 
      156.2616                  165.0137                  182.5555             57089 
      188.9014                  205.8022                  214.0454             57090 
      239.5214                  275.7915                  306.0596             57091 
      317.2548                  336.8214                  401.9687             57092 
      430.0279                  470.6387                  495.8367             57093 
      530.6404                  572.4998                  579.0801             57094 
      876.1098                  896.9010                  967.4255             57095 
      973.6888                 1038.5893                 1040.9827             57096 
     1051.2211                 1112.5299                 1127.7804             57097 
     1142.8886                 1243.0399                 1301.8086             57098 
     1305.6822                 1334.7366                 1377.8241             57099 
     1404.7429                 1405.6436                 1411.1203             57100 
     1417.4771                 1450.1302                 1457.4164             57101 
     1478.4641                 1490.0984                 2065.5164             57102 
     3047.3586                 3071.0307                 3100.8263             57103 
     3125.7913                 3133.4458                 3170.2805             57104 
     3764.1965                 3783.1849                 3804.3849             57105 
Zero-point correction (Hartree): 0.152241 57106 
 57107 
TS.triHPacyl.COelim.pptmpttpmd 57108 
------------------------------ 57109 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16179497  57110 
Electronic state : 2-A 57111 
Cartesian coordinates (Angs): 57112 
     O       1.356232     -1.997382      -1.097822 57113 
     O       1.544837     -1.604387       0.253009 57114 
     C       1.077831     -0.329970       0.441670 57115 
     C      -0.263322     -0.014218      -0.182783 57116 
     C      -1.297506     -1.052341       0.256237 57117 
     O      -2.552758     -0.891226      -0.376565 57118 
     O      -3.232857      0.176293       0.285122 57119 
     H       2.012864     -1.442293      -1.551016 57120 
     C       1.372063      0.128385       1.829385 57121 
     H       2.403210     -0.108020       2.086212 57122 
     H       0.714263     -0.360092       2.553809 57123 
     H       1.219065      1.203168       1.893928 57124 
     C       2.406949      0.755987      -0.763399 57125 
     O       2.699677      1.777914      -0.355313 57126 
     H      -4.104300     -0.213632       0.419083 57127 
     H      -0.196340     -0.019568      -1.271475 57128 
     O      -0.583241      1.297700       0.242448 57129 
     O      -1.376994      1.920702      -0.751784 57130 
     H      -2.271828      1.652690      -0.487920 57131 
     H      -0.962020     -2.039581      -0.061738 57132 
     H      -1.430173     -1.036627       1.339695 57133 
Rotational constants (GHz):    1.2783600    0.6625400    0.5355700 57134 
Vibrational harmonic frequencies (cm-1): 57135 
     i283.3226                   49.1675                   56.1263             57136 
       62.0922                  136.6913                  141.0282             57137 
      146.0867                  164.2285                  168.4039             57138 
      182.5345                  193.9099                  227.7747             57139 
      237.6557                  272.9174                  304.2012             57140 
      320.1965                  385.8569                  400.4972             57141 
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      428.8324                  459.9660                  511.7779             57142 
      548.8514                  572.9702                  590.4520             57143 
      872.4616                  893.7427                  966.1350             57144 
      970.8101                 1037.7210                 1042.9786             57145 
     1053.6844                 1102.7747                 1110.6121             57146 
     1159.3788                 1250.7455                 1298.5339             57147 
     1307.2887                 1332.3989                 1378.5923             57148 
     1391.2427                 1409.5075                 1420.1047             57149 
     1434.6716                 1455.3756                 1475.0198             57150 
     1477.7374                 1489.1119                 2093.9836             57151 
     3047.5837                 3075.3874                 3096.8281             57152 
     3126.3575                 3144.9573                 3170.1253             57153 
     3718.9637                 3728.4224                 3845.0810             57154 
Zero-point correction (Hartree): 0.152502 57155 
 57156 
TS.triHPacyl.COelim.pptpppmmmd 57157 
------------------------------ 57158 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16218134  57159 
Electronic state : 2-A 57160 
Cartesian coordinates (Angs): 57161 
     O      -1.422167     -1.897693      -0.526271 57162 
     O      -1.539134     -0.625151      -1.152660 57163 
     C      -0.962034      0.343576      -0.371951 57164 
     C       0.362596     -0.034841       0.251846 57165 
     C       1.314558     -0.675558      -0.770002 57166 
     O       2.658493     -0.564484      -0.342633 57167 
     O       2.791056     -1.276942       0.878169 57168 
     H      -2.289461     -1.977145      -0.103000 57169 
     C      -1.175231      1.681428      -0.992647 57170 
     H      -2.222650      1.783930      -1.274414 57171 
     H      -0.556839      1.812055      -1.883874 57172 
     H      -0.910787      2.456594      -0.278421 57173 
     C      -2.260331      0.441899       1.313579 57174 
     O      -3.137575     -0.280119       1.186525 57175 
     H       2.653694     -0.575644       1.531685 57176 
     H       0.197363     -0.740119       1.067434 57177 
     O       0.977835      1.057712       0.909993 57178 
     O       1.511354      1.957951      -0.054463 57179 
     H       2.399155      1.590941      -0.183338 57180 
     H       1.040319     -1.717440      -0.929958 57181 
     H       1.292969     -0.142390      -1.720344 57182 
Rotational constants (GHz):    1.3587400    0.6432700    0.5630300 57183 
Vibrational harmonic frequencies (cm-1): 57184 
     i284.6567                   42.7362                   54.7063             57185 
       82.1398                  106.9329                  154.8879             57186 
      173.3279                  200.7939                  206.0038             57187 
      218.9626                  235.1773                  251.8657             57188 
      267.8178                  294.8230                  311.1616             57189 
      350.2018                  369.2156                  404.7295             57190 
      451.8047                  483.4341                  496.2616             57191 
      553.8126                  593.6962                  715.9283             57192 
      810.4672                  919.7910                  953.4395             57193 
      970.5630                  988.7147                 1038.1084             57194 
     1046.4318                 1100.2322                 1127.6341             57195 
     1151.2791                 1244.6065                 1287.3688             57196 
     1317.4532                 1324.3976                 1380.5546             57197 
     1393.9064                 1413.4801                 1415.8386             57198 
     1421.2254                 1435.5250                 1471.6551             57199 
     1482.2643                 1488.6384                 2055.9776             57200 
     3054.8205                 3094.5045                 3099.8594             57201 
     3124.6483                 3151.1798                 3171.9777             57202 
     3757.5095                 3773.2993                 3786.1259             57203 
Zero-point correction (Hartree): 0.153261 57204 
 57205 
TS.triHPacyl.COelim.pptppptpmd 57206 
------------------------------ 57207 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16190619  57208 
Electronic state : 2-A 57209 
Cartesian coordinates (Angs): 57210 
     O      -1.300324      1.939917      -0.369611 57211 
     O      -1.612726      1.102582       0.734705 57212 
     C      -1.060299     -0.139890       0.568816 57213 
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     C       0.340297     -0.165129       0.003989 57214 
     C       1.265005      0.750807       0.810220 57215 
     O       2.622896      0.576382       0.455457 57216 
     O       2.794471      1.064585      -0.866256 57217 
     H      -2.089731      1.829441      -0.919921 57218 
     C      -1.403327     -1.004840       1.734063 57219 
     H      -2.466420     -0.919260       1.953800 57220 
     H      -0.843192     -0.711398       2.626340 57221 
     H      -1.165806     -2.038563       1.496227 57222 
     C      -2.236555     -0.987910      -1.002625 57223 
     O      -2.934248     -0.199025      -1.446444 57224 
     H       2.623717      0.270988      -1.396792 57225 
     H       0.332131      0.138399      -1.043840 57226 
     O       0.758367     -1.518588       0.086124 57227 
     O       1.843872     -1.706061      -0.811725 57228 
     H       2.599238     -1.636627      -0.210289 57229 
     H       0.969237      1.792522       0.683424 57230 
     H       1.231630      0.477928       1.866262 57231 
Rotational constants (GHz):    1.3147900    0.6300700    0.5706000 57232 
Vibrational harmonic frequencies (cm-1): 57233 
     i281.0099                   33.1243                   58.4938             57234 
       92.4925                  108.7092                  165.1693             57235 
      168.4956                  173.1098                  183.9201             57236 
      204.1099                  223.3423                  232.6434             57237 
      253.7998                  284.4783                  298.9012             57238 
      351.3826                  392.7406                  412.7561             57239 
      445.1886                  467.9614                  521.7760             57240 
      535.1764                  578.9587                  605.8111             57241 
      882.6197                  902.7866                  956.3884             57242 
      973.9645                 1032.9277                 1044.4409             57243 
     1054.4355                 1100.3610                 1136.4611             57244 
     1145.2104                 1252.6922                 1299.5654             57245 
     1307.7880                 1341.8719                 1374.2885             57246 
     1406.7912                 1413.3463                 1419.1863             57247 
     1424.7166                 1443.1305                 1468.1958             57248 
     1479.0037                 1489.6193                 2058.3756             57249 
     3048.8040                 3081.1820                 3094.1012             57250 
     3126.5531                 3142.0035                 3171.7776             57251 
     3746.6243                 3780.1313                 3784.1653             57252 
Zero-point correction (Hartree): 0.153038 57253 
 57254 
TS.triHPacyl.COelim.pptpptmmmd 57255 
------------------------------ 57256 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16311808  57257 
Electronic state : 2-A 57258 
Cartesian coordinates (Angs): 57259 
     O      -1.087777      2.346537      -0.141342 57260 
     O      -1.378668      1.396917       0.874407 57261 
     C      -1.029524      0.139810       0.451828 57262 
     C       0.319279      0.045229      -0.226880 57263 
     C       1.416340      0.751218       0.583591 57264 
     O       2.694698      0.258381       0.231883 57265 
     O       2.917252      0.554928      -1.138549 57266 
     H      -1.806620      2.174499      -0.771384 57267 
     C      -1.469515     -0.879339       1.445389 57268 
     H      -2.497391     -0.674148       1.740770 57269 
     H      -0.836495     -0.865418       2.335664 57270 
     H      -1.407899     -1.870672       1.002803 57271 
     C      -2.359694     -0.123571      -1.146828 57272 
     O      -2.677402     -1.201842      -1.332891 57273 
     H       2.635202     -0.266352      -1.566784 57274 
     H       0.266247      0.504789      -1.215240 57275 
     O       0.678949     -1.291472      -0.527475 57276 
     O       1.064259     -1.963515       0.665988 57277 
     H       2.011323     -1.759066       0.699477 57278 
     H       1.354551      1.827645       0.428919 57279 
     H       1.329288      0.529169       1.646995 57280 
Rotational constants (GHz):    1.2348100    0.6840800    0.5810500 57281 
Vibrational harmonic frequencies (cm-1): 57282 
     i282.1559                   44.0703                   58.1485             57283 
       82.8940                  121.0076                  146.9191             57284 
      165.1227                  193.3368                  205.7912             57285 
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      236.6424                  240.4386                  252.8542             57286 
      276.2433                  297.8889                  333.7951             57287 
      353.1685                  395.5109                  414.3554             57288 
      449.7615                  485.0501                  496.0767             57289 
      562.2071                  578.0383                  716.9044             57290 
      809.1941                  919.9413                  952.9664             57291 
      971.1669                  990.4968                 1038.9915             57292 
     1046.9589                 1100.9179                 1128.4542             57293 
     1152.7965                 1254.6060                 1289.5963             57294 
     1313.5969                 1325.6189                 1384.5908             57295 
     1394.8315                 1413.2206                 1420.8572             57296 
     1433.5758                 1439.5819                 1477.0566             57297 
     1481.5399                 1487.2650                 2088.0769             57298 
     3057.3129                 3093.3667                 3098.0844             57299 
     3129.0927                 3152.5902                 3170.0365             57300 
     3733.1686                 3756.2203                 3775.9538             57301 
Zero-point correction (Hartree): 0.153521 57302 
 57303 
TS.triHPacyl.COelim.pptpptmmpd 57304 
------------------------------ 57305 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16176746  57306 
Electronic state : 2-A 57307 
Cartesian coordinates (Angs): 57308 
     O      -0.920554      2.385696      -0.016719 57309 
     O      -1.278552      1.406613       0.948736 57310 
     C      -1.018444      0.151814       0.458819 57311 
     C       0.319022     -0.018407      -0.230726 57312 
     C       1.449714      0.530141       0.644122 57313 
     O       2.715442      0.091758       0.193536 57314 
     O       2.920274      0.629981      -1.106312 57315 
     H      -1.625552      2.267013      -0.674762 57316 
     C      -1.524455     -0.887435       1.398431 57317 
     H      -2.535626     -0.633943       1.713015 57318 
     H      -0.888564     -0.965478       2.283797 57319 
     H      -1.528350     -1.854219       0.900239 57320 
     C      -2.371570      0.077639      -1.145850 57321 
     O      -2.799889     -0.955399      -1.362995 57322 
     H       3.587758      1.305406      -0.932936 57323 
     H       0.325762      0.512591      -1.183222 57324 
     O       0.534107     -1.360137      -0.617341 57325 
     O       0.937112     -2.125562       0.511868 57326 
     H       1.899817     -2.096675       0.412667 57327 
     H       1.393850      1.618879       0.667123 57328 
     H       1.381777      0.140310       1.659117 57329 
Rotational constants (GHz):    1.2186800    0.6812800    0.5719800 57330 
Vibrational harmonic frequencies (cm-1): 57331 
     i278.7945                   47.6038                   61.6943             57332 
       70.6127                  120.4168                  143.7426             57333 
      161.3855                  170.9808                  197.5238             57334 
      232.4601                  235.5973                  241.8897             57335 
      253.9618                  269.9449                  289.1591             57336 
      325.0493                  365.1922                  411.6750             57337 
      424.7484                  460.3392                  484.4582             57338 
      560.9149                  576.0001                  704.7632             57339 
      815.0122                  909.9644                  951.5739             57340 
      968.2453                  991.8158                 1039.6737             57341 
     1046.3253                 1102.0977                 1138.3306             57342 
     1156.2685                 1250.5687                 1294.5514             57343 
     1309.2010                 1324.6074                 1380.7637             57344 
     1393.1645                 1411.6699                 1413.2309             57345 
     1425.2268                 1434.7456                 1477.6027             57346 
     1478.7222                 1486.8915                 2090.0730             57347 
     3054.0116                 3090.8714                 3104.5104             57348 
     3127.5592                 3148.7974                 3169.9273             57349 
     3723.3533                 3777.9000                 3821.1896             57350 
Zero-point correction (Hartree): 0.152907 57351 
 57352 
TS.triHPacyl.COelim.pptppttmmd 57353 
------------------------------ 57354 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16090197  57355 
Electronic state : 2-A 57356 
Cartesian coordinates (Angs): 57357 



810 
 

     O       1.263945     -1.717093      -1.402543 57358 
     O       1.633580     -1.570807      -0.037371 57359 
     C       1.169779     -0.379484       0.444890 57360 
     C      -0.257355     -0.033662       0.098948 57361 
     C      -1.227864     -1.147892       0.498241 57362 
     O      -2.567588     -0.726988       0.418328 57363 
     O      -2.847559     -0.408929      -0.937666 57364 
     H       2.092061     -1.483493      -1.844697 57365 
     C       1.679053     -0.164055       1.829374 57366 
     H       2.760597     -0.288046       1.845198 57367 
     H       1.240655     -0.885398       2.525277 57368 
     H       1.420321      0.837313       2.164823 57369 
     C       2.217560      1.079696      -0.719261 57370 
     O       1.612227      2.026528      -0.920314 57371 
     H      -2.749443      0.555153      -0.920853 57372 
     H      -0.348122      0.149258      -0.970779 57373 
     O      -0.553501      1.168929       0.796490 57374 
     O      -1.412898      1.961140      -0.005130 57375 
     H      -0.780954      2.560752      -0.427279 57376 
     H      -1.051645     -2.025092      -0.128285 57377 
     H      -1.096154     -1.410315       1.549096 57378 
Rotational constants (GHz):    1.1446600    0.7404300    0.6073900 57379 
Vibrational harmonic frequencies (cm-1): 57380 
     i269.3495                   37.2320                   63.5312             57381 
       81.7641                   92.9456                  121.7528             57382 
      141.8915                  157.7435                  182.3463             57383 
      186.8989                  209.1125                  216.1865             57384 
      257.2581                  270.1435                  280.3398             57385 
      317.3618                  382.4433                  404.7545             57386 
      437.0242                  465.5281                  490.1024             57387 
      554.0459                  568.5690                  602.8705             57388 
      875.7612                  906.0385                  959.3597             57389 
      972.3687                 1034.1016                 1037.9099             57390 
     1048.7539                 1108.4350                 1137.3355             57391 
     1146.0849                 1251.9550                 1296.1060             57392 
     1311.2169                 1337.8681                 1379.5070             57393 
     1401.4808                 1407.9634                 1410.7222             57394 
     1418.9424                 1449.8427                 1471.3055             57395 
     1477.1579                 1490.6225                 2067.3397             57396 
     3045.1551                 3069.9748                 3113.5274             57397 
     3124.4009                 3132.0003                 3170.0293             57398 
     3759.9280                 3778.6787                 3795.6391             57399 
Zero-point correction (Hartree): 0.152431 57400 
 57401 
TS.triHPacyl.COelim.pptppttpmd 57402 
------------------------------ 57403 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16297489  57404 
Electronic state : 2-A 57405 
Cartesian coordinates (Angs): 57406 
     O      -0.976175      2.120300      -0.969535 57407 
     O      -1.421106      1.641495       0.289828 57408 
     C      -1.101962      0.317659       0.428575 57409 
     C       0.295783     -0.064981       0.000503 57410 
     C       1.335033      0.820538       0.690433 57411 
     O       2.651894      0.345008       0.489897 57412 
     O       2.970168      0.507013      -0.883847 57413 
     H      -1.622388      1.710709      -1.568192 57414 
     C      -1.655027     -0.218862       1.705050 57415 
     H      -2.682762      0.117425       1.829435 57416 
     H      -1.072062      0.124572       2.564082 57417 
     H      -1.630949     -1.306143       1.683845 57418 
     C      -2.299121     -0.540200      -1.063508 57419 
     O      -2.714345     -1.570431      -0.811953 57420 
     H       2.680559     -0.339800      -1.257718 57421 
     H       0.394656      0.018349      -1.082766 57422 
     O       0.443129     -1.428108       0.369816 57423 
     O       1.521168     -1.979646      -0.373880 57424 
     H       2.241827     -1.925043       0.270260 57425 
     H       1.242317      1.848739       0.339244 57426 
     H       1.202706      0.781229       1.772881 57427 
Rotational constants (GHz):    1.2415800    0.6764800    0.5592700 57428 
Vibrational harmonic frequencies (cm-1): 57429 
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     i282.3562                   46.6079                   57.8572             57430 
       89.0420                  130.9283                  147.7514             57431 
      163.2635                  168.0540                  178.5161             57432 
      193.2025                  223.4715                  245.0578             57433 
      266.5549                  273.0040                  317.1144             57434 
      378.9805                  399.6896                  415.3115             57435 
      448.0506                  472.3627                  532.9190             57436 
      537.1082                  567.3980                  606.3189             57437 
      881.6708                  902.1417                  956.0488             57438 
      974.5201                 1032.9285                 1043.2899             57439 
     1054.2367                 1100.7041                 1136.4755             57440 
     1145.7178                 1262.1411                 1299.6870             57441 
     1304.9313                 1340.1398                 1378.6806             57442 
     1405.2191                 1412.5196                 1425.5144             57443 
     1435.2521                 1444.9256                 1467.2189             57444 
     1475.6957                 1489.1922                 2092.5552             57445 
     3049.6040                 3080.7901                 3093.5169             57446 
     3128.2240                 3141.2685                 3168.7674             57447 
     3729.5828                 3743.1978                 3782.7923             57448 
Zero-point correction (Hartree): 0.153179 57449 
 57450 
TS.triHPacyl.COelim.pptppttppd 57451 
------------------------------ 57452 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16190436  57453 
Electronic state : 2-A 57454 
Cartesian coordinates (Angs): 57455 
     O      -0.840805      2.141997      -0.964525 57456 
     O      -1.334575      1.691254       0.287565 57457 
     C      -1.088838      0.351040       0.432786 57458 
     C       0.290937     -0.111710       0.028209 57459 
     C       1.362896      0.722887       0.727662 57460 
     O       2.660169      0.202556       0.486966 57461 
     O       2.957052      0.413732      -0.890328 57462 
     H      -1.473087      1.730756      -1.577469 57463 
     C      -1.695787     -0.154504       1.696779 57464 
     H      -2.713600      0.219363       1.793095 57465 
     H      -1.123287      0.173129       2.569255 57466 
     H      -1.708164     -1.241948       1.681501 57467 
     C      -2.302817     -0.439260      -1.087068 57468 
     O      -2.778102     -1.445188      -0.844668 57469 
     H       3.633704      1.100251      -0.838439 57470 
     H       0.425159     -0.050666      -1.051787 57471 
     O       0.390432     -1.467978       0.425225 57472 
     O       1.301792     -2.126167      -0.438311 57473 
     H       2.158403     -1.833476      -0.092671 57474 
     H       1.305153      1.767992       0.420958 57475 
     H       1.249680      0.642243       1.809959 57476 
Rotational constants (GHz):    1.2217100    0.6787300    0.5596600 57477 
Vibrational harmonic frequencies (cm-1): 57478 
     i281.7146                   45.0838                   55.1449             57479 
       69.6033                  118.8636                  146.3081             57480 
      149.2945                  161.9586                  172.1351             57481 
      190.3000                  213.0556                  238.4109             57482 
      253.6001                  271.3325                  283.1880             57483 
      317.6239                  392.0315                  415.0005             57484 
      446.6086                  452.9868                  482.9240             57485 
      535.6441                  567.8737                  600.5109             57486 
      879.4245                  898.7163                  952.5821             57487 
      973.0801                 1038.4308                 1041.1761             57488 
     1053.3810                 1093.1578                 1132.1214             57489 
     1149.3111                 1256.4296                 1298.5233             57490 
     1303.2769                 1334.6904                 1375.7597             57491 
     1393.7609                 1409.3855                 1415.0799             57492 
     1437.2234                 1442.9966                 1465.1189             57493 
     1475.9765                 1488.8728                 2093.8493             57494 
     3047.2804                 3077.9326                 3107.7851             57495 
     3127.1905                 3139.1164                 3170.4576             57496 
     3719.6763                 3767.5587                 3819.9150             57497 
Zero-point correction (Hartree): 0.152543 57498 
 57499 
TS.triHPacyl.COelim.ptmmmtmpmd 57500 
------------------------------ 57501 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15907495  57502 
Electronic state : 2-A 57503 
Cartesian coordinates (Angs): 57504 
     O      -2.484586     -0.791652      -0.843307 57505 
     O      -1.584112      0.123751      -1.462468 57506 
     C      -0.538304      0.463401      -0.637984 57507 
     C       0.388719     -0.666802      -0.227642 57508 
     C       1.440904     -0.274814       0.810741 57509 
     O       2.508400      0.457191       0.243003 57510 
     O       3.183212     -0.400274      -0.670475 57511 
     H      -2.105966     -1.646667      -1.094481 57512 
     C       0.119216      1.692209      -1.183233 57513 
     H      -0.640570      2.411806      -1.481042 57514 
     H       0.735552      1.445202      -2.051751 57515 
     H       0.766986      2.139691      -0.432895 57516 
     C      -1.495825      1.248289       1.061605 57517 
     O      -0.933825      2.093384       1.581907 57518 
     H       4.015505     -0.557798      -0.208077 57519 
     H       0.917883     -0.994526      -1.131649 57520 
     O      -0.286723     -1.843797       0.173339 57521 
     O      -0.934262     -1.587887       1.412976 57522 
     H      -1.766579     -1.177843       1.120245 57523 
     H       1.038647      0.388923       1.574704 57524 
     H       1.805442     -1.188213       1.284226 57525 
Rotational constants (GHz):    1.1308900    0.7194300    0.6466200 57526 
Vibrational harmonic frequencies (cm-1): 57527 
     i332.6758                   37.4460                   43.0926             57528 
       73.6063                  140.4022                  158.3020             57529 
      170.6856                  176.8715                  197.2987             57530 
      208.5069                  217.7267                  237.0340             57531 
      257.3077                  264.7769                  301.8480             57532 
      325.2231                  366.1901                  385.3152             57533 
      439.6389                  470.0722                  531.5955             57534 
      552.2903                  595.5634                  670.4338             57535 
      824.5794                  937.5470                  940.9293             57536 
      977.5544                 1018.4598                 1022.5247             57537 
     1088.5508                 1094.0697                 1113.2120             57538 
     1153.4204                 1228.6846                 1250.6847             57539 
     1278.8969                 1329.6966                 1368.1228             57540 
     1393.4746                 1415.0778                 1420.7808             57541 
     1428.9931                 1448.3997                 1475.8352             57542 
     1479.5206                 1489.8724                 2076.5906             57543 
     3037.5629                 3053.1249                 3078.8118             57544 
     3132.2591                 3150.6961                 3170.6538             57545 
     3695.4616                 3783.5041                 3825.0122             57546 
Zero-point correction (Hartree): 0.152646 57547 
 57548 
TS.triHPacyl.COelim.ptppmmtpmd 57549 
------------------------------ 57550 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16167340  57551 
Electronic state : 2-A 57552 
Cartesian coordinates (Angs): 57553 
     O      -1.825295      1.728408      -0.633653 57554 
     O      -1.901976      0.954647       0.561169 57555 
     C      -0.927397     -0.002520       0.644027 57556 
     C       0.486867      0.506694       0.829448 57557 
     C       1.511197     -0.592548       1.072280 57558 
     O       1.528048     -1.602366       0.089377 57559 
     O       2.024157     -1.026805      -1.112772 57560 
     H      -0.952109      2.149828      -0.577141 57561 
     C      -1.383418     -1.100814       1.553280 57562 
     H      -2.427014     -1.322554       1.343406 57563 
     H      -1.293154     -0.808387       2.603515 57564 
     H      -0.790732     -1.999513       1.388807 57565 
     C      -1.014576     -0.905205      -1.229559 57566 
     O      -2.033959     -1.367731      -1.435132 57567 
     H       1.191486     -0.829957      -1.577510 57568 
     H       0.498466      1.162356       1.712779 57569 
     O       0.781651      1.304672      -0.318770 57570 
     O       2.100079      1.803772      -0.222111 57571 
     H       2.586744      1.124010      -0.716653 57572 
     H       2.504068     -0.156349       1.181580 57573 
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     H       1.264562     -1.109846       1.999510 57574 
Rotational constants (GHz):    1.1496300    0.8094100    0.6835600 57575 
Vibrational harmonic frequencies (cm-1): 57576 
     i348.8932                   49.2163                   96.0628             57577 
      121.0711                  126.6268                  141.4107             57578 
      171.7549                  190.8193                  221.9325             57579 
      232.4298                  246.0179                  265.8870             57580 
      283.1670                  314.1912                  355.3948             57581 
      364.1134                  391.9494                  410.1219             57582 
      485.5334                  518.9905                  531.0502             57583 
      567.4542                  579.5116                  731.6394             57584 
      845.9288                  882.4737                  944.6320             57585 
      970.2590                 1013.2171                 1028.9435             57586 
     1050.7562                 1098.8108                 1123.0999             57587 
     1161.2237                 1240.2868                 1246.6174             57588 
     1295.5674                 1363.6626                 1371.8678             57589 
     1406.8711                 1409.1560                 1442.8202             57590 
     1453.9979                 1475.8920                 1481.1417             57591 
     1489.6356                 1498.2345                 2097.4615             57592 
     2998.8474                 3045.1929                 3093.2052             57593 
     3125.8187                 3138.8212                 3167.6466             57594 
     3670.6129                 3722.9727                 3727.5233             57595 
Zero-point correction (Hartree): 0.153730 57596 
 57597 
TS.triHPacyl.COelim.ptpppptpmd 57598 
------------------------------ 57599 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16265741  57600 
Electronic state : 2-A 57601 
Cartesian coordinates (Angs): 57602 
     O      -2.216358     -1.294640      -0.697250 57603 
     O      -2.154474      0.116328      -0.695743 57604 
     C      -0.896247      0.578964      -0.426160 57605 
     C       0.267145     -0.275524      -0.880625 57606 
     C       1.552217      0.518194      -1.073109 57607 
     O       1.972165      1.241476       0.065393 57608 
     O       2.409914      0.315898       1.052344 57609 
     H      -2.249414     -1.503951       0.249271 57610 
     C      -0.898194      2.060121      -0.642161 57611 
     H      -1.807089      2.481385      -0.215428 57612 
     H      -0.887655      2.295047      -1.709877 57613 
     H      -0.034507      2.513255      -0.163985 57614 
     C      -0.753487      0.446509       1.648821 57615 
     O      -1.697642     -0.020360       2.094694 57616 
     H       1.623091      0.265946       1.619778 57617 
     H       0.006875     -0.745419      -1.837105 57618 
     O       0.411547     -1.305097       0.100781 57619 
     O       1.494500     -2.139382      -0.257495 57620 
     H       2.217756     -1.727806       0.242385 57621 
     H       2.349946     -0.143003      -1.411143 57622 
     H       1.395191      1.281182      -1.836264 57623 
Rotational constants (GHz):    1.1962200    0.7725600    0.7079800 57624 
Vibrational harmonic frequencies (cm-1): 57625 
     i330.6523                   70.5768                   89.6144             57626 
      103.0671                  110.4471                  140.9501             57627 
      177.3834                  203.0028                  220.7519             57628 
      234.3896                  247.9962                  265.8487             57629 
      283.0529                  300.3472                  322.3141             57630 
      351.5241                  354.4176                  436.0068             57631 
      481.4262                  494.2192                  511.6076             57632 
      555.0445                  573.7091                  732.0015             57633 
      837.2091                  882.1467                  964.9161             57634 
      972.2018                 1020.0457                 1042.6991             57635 
     1074.4769                 1086.2361                 1118.5810             57636 
     1160.6132                 1244.6027                 1268.6538             57637 
     1299.7817                 1345.5260                 1382.2971             57638 
     1406.1504                 1411.0564                 1433.4120             57639 
     1435.6229                 1447.7867                 1481.8616             57640 
     1492.7590                 1499.6012                 2056.8003             57641 
     3035.0293                 3051.2987                 3090.9148             57642 
     3129.1118                 3136.1012                 3177.1317             57643 
     3718.5190                 3734.4537                 3759.5281             57644 
Zero-point correction (Hartree): 0.153678 57645 
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 57646 
TS.triHPacyl.COelim.ptpppttpmd 57647 
------------------------------ 57648 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16289503  57649 
Electronic state : 2-A 57650 
Cartesian coordinates (Angs): 57651 
     O       2.449967      1.375714       0.150325 57652 
     O       2.391356      0.079543      -0.409600 57653 
     C       1.112726     -0.401196      -0.388579 57654 
     C       0.016823      0.592239      -0.726870 57655 
     C      -1.195307     -0.036861      -1.399010 57656 
     O      -1.843312     -1.023102      -0.620801 57657 
     O      -2.576441     -0.371848       0.411168 57658 
     H       2.235538      1.204634       1.082630 57659 
     C       1.116556     -1.780300      -0.968678 57660 
     H       1.950555     -2.342074      -0.551524 57661 
     H       1.244479     -1.745006      -2.054020 57662 
     H       0.185552     -2.291866      -0.737216 57663 
     C       0.835589     -0.786155       1.633832 57664 
     O      -0.084209     -1.413792       1.897272 57665 
     H      -2.030669     -0.577107       1.185125 57666 
     H       0.437528      1.346229      -1.402592 57667 
     O      -0.339318      1.236755       0.497605 57668 
     O      -1.300954      2.236315       0.222187 57669 
     H      -2.125474      1.747539       0.375034 57670 
     H      -1.909152      0.735877      -1.684100 57671 
     H      -0.883399     -0.561265      -2.302758 57672 
Rotational constants (GHz):    1.1876700    0.8111200    0.7064500 57673 
Vibrational harmonic frequencies (cm-1): 57674 
     i328.3844                   79.2636                   97.0169             57675 
      107.7826                  122.4371                  138.2352             57676 
      176.0300                  191.9046                  204.3597             57677 
      228.6413                  241.2125                  259.2044             57678 
      298.8438                  321.9715                  326.9196             57679 
      355.4489                  373.5622                  432.2857             57680 
      447.5079                  478.2924                  504.9123             57681 
      549.4394                  570.8050                  728.4202             57682 
      830.1711                  885.2368                  965.3944             57683 
      971.0454                 1020.9250                 1040.1891             57684 
     1069.0649                 1079.5915                 1116.8156             57685 
     1159.4639                 1248.1436                 1268.8350             57686 
     1299.1094                 1346.2187                 1382.4131             57687 
     1402.1385                 1410.2108                 1427.5527             57688 
     1442.6304                 1445.5403                 1480.3744             57689 
     1490.3770                 1500.7312                 2050.8000             57690 
     3039.5696                 3050.3326                 3091.4045             57691 
     3127.8999                 3136.9927                 3172.1872             57692 
     3721.8959                 3727.4112                 3768.6426             57693 
Zero-point correction (Hartree): 0.153557 57694 
 57695 
TS.triHPacyl.COelim.tmmmmmmmpd 57696 
------------------------------ 57697 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16147051  57698 
Electronic state : 2-A 57699 
Cartesian coordinates (Angs): 57700 
     O       1.982171     -1.391265      -1.167533 57701 
     O       0.722017     -0.770216      -1.007444 57702 
     C       0.424232     -0.577818       0.311167 57703 
     C      -0.979996     -0.061032       0.480168 57704 
     C      -1.471681      0.828417      -0.656336 57705 
     O      -0.681119      1.987417      -0.798134 57706 
     O      -0.911498      2.806041       0.341332 57707 
     H       2.562873     -0.624165      -1.280637 57708 
     C       0.920695     -1.561571       1.315879 57709 
     H       2.004692     -1.635590       1.309666 57710 
     H       0.503012     -2.547789       1.096939 57711 
     H       0.581658     -1.256447       2.304409 57712 
     C       1.591804      1.140848       0.753364 57713 
     O       2.608684      1.060201       0.236039 57714 
     H      -0.094122      2.668605       0.845219 57715 
     H      -1.005051      0.506785       1.413358 57716 
     O      -1.902296     -1.108693       0.749927 57717 
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     O      -1.908088     -1.980945      -0.380163 57718 
     H      -2.840737     -1.965380      -0.625601 57719 
     H      -1.389901      0.319537      -1.614664 57720 
     H      -2.511722      1.101054      -0.466326 57721 
Rotational constants (GHz):    0.9642300    0.9320800    0.6038700 57722 
Vibrational harmonic frequencies (cm-1): 57723 
     i271.2170                   46.1988                   86.2223             57724 
       96.6233                  113.8633                  146.6921             57725 
      150.4158                  155.8145                  173.8868             57726 
      191.3143                  199.3630                  232.0962             57727 
      244.0421                  267.0318                  285.9904             57728 
      313.9519                  330.2309                  363.9756             57729 
      427.7729                  444.8389                  491.1806             57730 
      515.1155                  586.7877                  728.5045             57731 
      786.4290                  940.6912                  949.7971             57732 
      976.2243                 1024.6834                 1050.9136             57733 
     1073.3415                 1090.6425                 1119.4384             57734 
     1150.2035                 1244.0351                 1280.9007             57735 
     1316.2145                 1338.7888                 1385.4827             57736 
     1398.6651                 1409.8122                 1417.5887             57737 
     1431.5191                 1436.9176                 1471.0442             57738 
     1487.8672                 1491.9327                 2052.1523             57739 
     3056.5847                 3076.5410                 3089.7537             57740 
     3133.5400                 3156.9342                 3170.2085             57741 
     3739.6322                 3773.5683                 3835.8656             57742 
Zero-point correction (Hartree): 0.152523 57743 
 57744 
TS.triHPacyl.COelim.tmmmmmmppd 57745 
------------------------------ 57746 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16197760  57747 
Electronic state : 2-A 57748 
Cartesian coordinates (Angs): 57749 
     O      -2.464106      0.519158      -1.015993 57750 
     O      -1.051951      0.548189      -0.910213 57751 
     C      -0.639679      0.313700       0.374538 57752 
     C       0.851779      0.489467       0.486772 57753 
     C       1.667120     -0.103555      -0.658400 57754 
     O       1.490349     -1.498476      -0.765299 57755 
     O       2.075562     -2.098568       0.383304 57756 
     H      -2.617949     -0.400583      -1.278928 57757 
     C      -1.483406      0.825415       1.496075 57758 
     H      -2.491180      0.420843       1.461766 57759 
     H      -1.552741      1.916225       1.453234 57760 
     H      -1.016118      0.552053       2.440348 57761 
     C      -0.919004     -1.782791       0.591922 57762 
     O      -1.797721     -2.120609      -0.056169 57763 
     H       1.288185     -2.380100       0.873534 57764 
     H       1.158383      0.017326       1.422464 57765 
     O       1.198429      1.855162       0.702128 57766 
     O       1.069298      2.561469      -0.524162 57767 
     H       0.150693      2.861788      -0.506520 57768 
     H       1.342254      0.288120      -1.618860 57769 
     H       2.718749      0.140319      -0.501259 57770 
Rotational constants (GHz):    0.9608100    0.9365200    0.6009200 57771 
Vibrational harmonic frequencies (cm-1): 57772 
     i288.1495                   35.9859                   86.5981             57773 
      104.1521                  118.8277                  145.8526             57774 
      147.7108                  163.8580                  188.6911             57775 
      191.6705                  215.2087                  245.1375             57776 
      252.7516                  272.6081                  312.6428             57777 
      319.6664                  329.9692                  364.7372             57778 
      414.6316                  436.0038                  494.7129             57779 
      529.6357                  588.0487                  727.3594             57780 
      784.8886                  938.9760                  946.4612             57781 
      975.3323                 1023.0838                 1049.3721             57782 
     1068.3569                 1081.6386                 1119.3887             57783 
     1149.6452                 1238.3401                 1274.8496             57784 
     1310.3447                 1334.7123                 1397.4294             57785 
     1405.4558                 1411.7766                 1419.5163             57786 
     1428.9709                 1434.2401                 1470.8595             57787 
     1485.7378                 1490.2254                 2059.4671             57788 
     3049.3377                 3089.7887                 3099.2160             57789 
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     3131.3825                 3168.5835                 3171.9455             57790 
     3742.5843                 3774.9448                 3799.0525             57791 
Zero-point correction (Hartree): 0.152665 57792 
 57793 
TS.triHPacyl.COelim.tmmmmtmmpd 57794 
------------------------------ 57795 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16151219  57796 
Electronic state : 2-A 57797 
Cartesian coordinates (Angs): 57798 
     O       1.689124     -1.830221       1.361112 57799 
     O       1.094573     -0.569883       1.114643 57800 
     C       0.739219     -0.457469      -0.196491 57801 
     C      -0.034876      0.809436      -0.453626 57802 
     C      -0.871021      1.285997       0.728480 57803 
     O      -1.924993      0.388754       1.006610 57804 
     O      -2.907351      0.570155      -0.006865 57805 
     H       0.907720     -2.406686       1.367796 57806 
     C       1.703045     -0.901859      -1.245376 57807 
     H       2.002123     -1.936535      -1.103079 57808 
     H       2.594731     -0.270434      -1.205308 57809 
     H       1.245862     -0.784661      -2.226915 57810 
     C      -0.741870     -1.974652      -0.317795 57811 
     O      -1.521864     -1.805898      -1.138143 57812 
     H      -2.886673     -0.283274      -0.461208 57813 
     H      -0.700292      0.627341      -1.303430 57814 
     O       0.801893      1.843241      -0.955079 57815 
     O       1.769932      2.131050       0.054008 57816 
     H       1.615772      3.071800       0.201115 57817 
     H      -0.284119      1.320115       1.643289 57818 
     H      -1.272611      2.276029       0.506296 57819 
Rotational constants (GHz):    1.0031900    0.8636500    0.6317700 57820 
Vibrational harmonic frequencies (cm-1): 57821 
     i266.4395                   55.9587                   97.5257             57822 
      100.2660                  120.8554                  133.5139             57823 
      137.2251                  161.9933                  167.1487             57824 
      185.7366                  205.6868                  231.4346             57825 
      236.8823                  289.9421                  295.3152             57826 
      324.7723                  343.0524                  362.7293             57827 
      381.9751                  446.6606                  493.4400             57828 
      515.5785                  575.8273                  725.9229             57829 
      786.0313                  939.0474                  952.4850             57830 
      976.4968                 1022.9129                 1045.3468             57831 
     1068.1618                 1085.1460                 1117.4087             57832 
     1147.5160                 1238.5778                 1278.8158             57833 
     1320.8511                 1341.1275                 1382.2604             57834 
     1397.3955                 1407.8975                 1415.5281             57835 
     1430.8993                 1440.8363                 1469.3430             57836 
     1487.6851                 1492.4120                 2049.8878             57837 
     3054.6648                 3075.5556                 3083.4527             57838 
     3130.7324                 3162.5881                 3170.9868             57839 
     3735.4254                 3803.1597                 3833.7057             57840 
Zero-point correction (Hartree): 0.152486 57841 
 57842 
TS.triHPacyl.COelim.tmmmmtmpmd 57843 
------------------------------ 57844 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16049523  57845 
Electronic state : 2-A 57846 
Cartesian coordinates (Angs): 57847 
     O      -1.921067     -1.558383      -1.382523 57848 
     O      -1.272339     -0.342875      -1.047451 57849 
     C      -0.745047     -0.414642       0.216358 57850 
     C       0.114004      0.789628       0.504938 57851 
     C       0.984802      1.250230      -0.659733 57852 
     O       1.969945      0.289824      -0.976689 57853 
     O       2.878546      0.233497       0.118750 57854 
     H      -1.156379     -2.133251      -1.550748 57855 
     C      -1.632926     -0.901465       1.317493 57856 
     H      -2.068233     -1.867585       1.077376 57857 
     H      -2.445083     -0.189740       1.492249 57858 
     H      -1.054227     -0.984182       2.236199 57859 
     C       0.591646     -2.006143       0.070819 57860 
     O       1.260576     -2.142061       0.983600 57861 
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     H       3.678327      0.597219      -0.279943 57862 
     H       0.757271      0.539473       1.352654 57863 
     O      -0.664995      1.873678       1.006324 57864 
     O      -1.404480      2.431583      -0.071707 57865 
     H      -2.202602      1.885650      -0.097007 57866 
     H       0.404311      1.358207      -1.572094 57867 
     H       1.442257      2.206461      -0.400376 57868 
Rotational constants (GHz):    0.9865600    0.8798400    0.6269300 57869 
Vibrational harmonic frequencies (cm-1): 57870 
     i321.0755                   24.9528                   81.2144             57871 
      101.0768                  118.6126                  132.8268             57872 
      141.7462                  149.7219                  175.7246             57873 
      190.0023                  206.9251                  227.6102             57874 
      243.1279                  258.8198                  293.6668             57875 
      305.5230                  351.5497                  370.6292             57876 
      393.8721                  448.9657                  493.6408             57877 
      528.1341                  577.7406                  724.9434             57878 
      784.7527                  933.8911                  947.9637             57879 
      974.2908                 1017.7255                 1044.7952             57880 
     1061.6136                 1076.2109                 1109.6970             57881 
     1147.5327                 1230.8878                 1273.8500             57882 
     1310.9069                 1330.1785                 1387.1032             57883 
     1396.4939                 1405.5914                 1418.3001             57884 
     1422.6604                 1439.3928                 1474.1451             57885 
     1483.0560                 1488.7494                 2086.7092             57886 
     3047.0974                 3085.4295                 3088.7712             57887 
     3128.0174                 3170.9445                 3172.2965             57888 
     3730.0903                 3788.1301                 3828.0060             57889 
Zero-point correction (Hartree): 0.152242 57890 
 57891 
TS.triHPacyl.COelim.tmmmmtmppd 57892 
------------------------------ 57893 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16211285  57894 
Electronic state : 2-A 57895 
Cartesian coordinates (Angs): 57896 
     O      -1.924267     -1.671991      -1.284798 57897 
     O      -1.302091     -0.431073      -0.998047 57898 
     C      -0.728786     -0.454343       0.243525 57899 
     C       0.060593      0.804572       0.492500 57900 
     C       0.900355      1.285399      -0.686774 57901 
     O       1.951798      0.389430      -0.976102 57902 
     O       2.914281      0.518690       0.064359 57903 
     H      -1.155344     -2.213809      -1.524118 57904 
     C      -1.525083     -1.010590       1.379520 57905 
     H      -1.882490     -2.013644       1.163981 57906 
     H      -2.390742     -0.372384       1.580402 57907 
     H      -0.907709     -1.030271       2.276346 57908 
     C       0.733068     -1.983493       0.023414 57909 
     O       1.527314     -1.990155       0.845468 57910 
     H       2.920546     -0.372732       0.439051 57911 
     H       0.722075      0.614828       1.342151 57912 
     O      -0.780559      1.847712       0.979791 57913 
     O      -1.540886      2.355757      -0.107856 57914 
     H      -2.323034      1.787021      -0.113462 57915 
     H       0.315964      1.329002      -1.601799 57916 
     H       1.295135      2.275770      -0.458189 57917 
Rotational constants (GHz):    1.0028300    0.8714900    0.6176100 57918 
Vibrational harmonic frequencies (cm-1): 57919 
     i284.0848                   39.4159                   95.2201             57920 
      113.7113                  124.1593                  132.4524             57921 
      142.4830                  156.0337                  178.6763             57922 
      196.6373                  230.1453                  231.4098             57923 
      267.9314                  285.8088                  312.4819             57924 
      324.3312                  334.7789                  348.2059             57925 
      370.3740                  440.1281                  493.9863             57926 
      527.7454                  577.7760                  724.0467             57927 
      783.3491                  936.7680                  949.2853             57928 
      975.4265                 1018.5615                 1045.6353             57929 
     1060.9885                 1075.5688                 1117.8738             57930 
     1144.9138                 1230.0875                 1273.4603             57931 
     1314.4667                 1331.8001                 1390.9391             57932 
     1404.1690                 1410.5355                 1418.4491             57933 
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     1430.5015                 1432.5356                 1472.8456             57934 
     1484.7872                 1489.6353                 2059.8431             57935 
     3046.9084                 3087.7156                 3095.6285             57936 
     3127.7965                 3172.3033                 3172.9356             57937 
     3744.4911                 3790.5169                 3794.7213             57938 
Zero-point correction (Hartree): 0.152485 57939 
 57940 
TS.triHPacyl.COelim.tmpmmtmmpd 57941 
------------------------------ 57942 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16057499  57943 
Electronic state : 2-A 57944 
Cartesian coordinates (Angs): 57945 
     O      -1.293871     -1.292706      -1.849635 57946 
     O      -0.282293     -0.724817      -1.038337 57947 
     C      -0.786751      0.282734      -0.258297 57948 
     C       0.211882      0.754747       0.764021 57949 
     C       1.174256     -0.284524       1.336790 57950 
     O       2.226558     -0.620047       0.442677 57951 
     O       2.034354     -1.917568      -0.090821 57952 
     H      -1.816696     -1.777632      -1.188781 57953 
     C      -1.648116      1.313108      -0.907434 57954 
     H      -2.481762      0.860544      -1.437312 57955 
     H      -1.043135      1.883285      -1.616473 57956 
     H      -2.025954      1.996129      -0.148246 57957 
     C      -2.151928     -0.777651       0.904478 57958 
     O      -2.441046     -0.263419       1.881649 57959 
     H       1.383210     -1.756732      -0.790845 57960 
     H      -0.368302      1.150222       1.604849 57961 
     O       0.922868      1.904550       0.313658 57962 
     O       1.463662      1.650632      -0.975647 57963 
     H       2.198250      1.047733      -0.780389 57964 
     H       1.659599      0.165335       2.203632 57965 
     H       0.656870     -1.192374       1.647871 57966 
Rotational constants (GHz):    1.0690200    0.7546900    0.7090600 57967 
Vibrational harmonic frequencies (cm-1): 57968 
     i290.1294                   45.8432                   69.7128             57969 
       84.1183                  113.5305                  146.4494             57970 
      151.6870                  168.5545                  176.0511             57971 
      195.3585                  220.7612                  257.5550             57972 
      269.9790                  316.8716                  321.6700             57973 
      376.8799                  397.5580                  423.4541             57974 
      441.6411                  473.7522                  492.3180             57975 
      515.7622                  590.4754                  762.7316             57976 
      834.0031                  901.0945                  916.7270             57977 
      991.8871                  999.6297                 1044.1781             57978 
     1048.8693                 1077.1055                 1113.0741             57979 
     1142.8415                 1230.7846                 1278.3613             57980 
     1320.0733                 1357.5333                 1383.4473             57981 
     1407.6188                 1410.4802                 1444.8144             57982 
     1461.8328                 1464.8127                 1469.6792             57983 
     1471.2911                 1489.7301                 2075.0585             57984 
     3058.4499                 3061.8068                 3080.7092             57985 
     3135.5057                 3136.3757                 3171.7600             57986 
     3717.1321                 3738.6936                 3753.5141             57987 
Zero-point correction (Hartree): 0.153096 57988 
 57989 
TS.triHPacyl.COelim.tmppmmtpmd 57990 
------------------------------ 57991 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16116853  57992 
Electronic state : 2-A 57993 
Cartesian coordinates (Angs): 57994 
     O       2.003437      0.046315       1.737988 57995 
     O       0.787148     -0.128817       1.037525 57996 
     C       0.755827      0.624798      -0.106763 57997 
     C      -0.608311      0.523697      -0.735296 57998 
     C      -1.106674     -0.882372      -1.056787 57999 
     O      -1.097027     -1.806008       0.006687 58000 
     O      -1.994842     -1.340325       1.006242 58001 
     H       2.507585     -0.722523       1.433016 58002 
     C       1.424846      1.960193      -0.093374 58003 
     H       2.480933      1.877866       0.148622 58004 
     H       0.949055      2.605797       0.649213 58005 
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     H       1.317189      2.417211      -1.074825 58006 
     C       2.004363     -0.458590      -1.446205 58007 
     O       2.729781     -1.113410      -0.854494 58008 
     H      -1.391735     -0.862542       1.596328 58009 
     H      -0.570838      1.061039      -1.689309 58010 
     O      -1.446729      1.240983       0.174660 58011 
     O      -2.788287      1.194024      -0.276203 58012 
     H      -3.112643      0.410547       0.196063 58013 
     H      -2.106462     -0.813167      -1.487695 58014 
     H      -0.441230     -1.322666      -1.800114 58015 
Rotational constants (GHz):    1.2951500    0.7021300    0.6315800 58016 
Vibrational harmonic frequencies (cm-1): 58017 
     i277.5767                   25.5724                   56.5300             58018 
       76.6139                  124.3047                  130.4117             58019 
      141.0367                  154.3151                  192.9662             58020 
      218.2952                  225.8710                  235.9984             58021 
      273.6058                  299.0314                  308.1439             58022 
      347.9561                  356.0443                  408.4550             58023 
      454.8670                  470.3127                  507.5756             58024 
      544.9411                  625.5359                  757.9856             58025 
      821.9735                  869.4042                  958.3203             58026 
      965.9013                 1027.3554                 1037.5763             58027 
     1060.6975                 1077.8477                 1109.8187             58028 
     1163.2195                 1220.5599                 1285.6895             58029 
     1313.5628                 1350.2601                 1393.5911             58030 
     1409.4253                 1422.6053                 1424.6013             58031 
     1434.2104                 1441.9058                 1473.7360             58032 
     1483.5519                 1490.2778                 2061.8738             58033 
     3048.6233                 3057.7354                 3084.9862             58034 
     3133.0547                 3138.2899                 3172.5063             58035 
     3741.1421                 3757.7550                 3778.1110             58036 
Zero-point correction (Hartree): 0.152971 58037 
 58038 
TS.triHPacyl.COelim.tmppmtmmmd 58039 
------------------------------ 58040 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15964950  58041 
Electronic state : 2-A 58042 
Cartesian coordinates (Angs): 58043 
     O      -1.347505     -0.728541       2.124052 58044 
     O      -0.285229     -0.461583       1.226517 58045 
     C      -0.730132     -0.474338      -0.068154 58046 
     C       0.289710      0.036662      -1.052638 58047 
     C       1.021918      1.349910      -0.725493 58048 
     O       1.277268      1.664582       0.619928 58049 
     O       2.199692      0.722026       1.143142 58050 
     H      -1.813142      0.123821       2.119559 58051 
     C      -1.553046     -1.644100      -0.500242 58052 
     H      -2.380042     -1.819536       0.181683 58053 
     H      -0.917997     -2.533756      -0.521613 58054 
     H      -1.938356     -1.471567      -1.503831 58055 
     C      -2.123196      1.090740      -0.053469 58056 
     O      -2.373095      1.496875      -1.090499 58057 
     H       1.599065      0.138057       1.634301 58058 
     H      -0.268904      0.242074      -1.971959 58059 
     O       1.165786     -0.994414      -1.502781 58060 
     O       1.795543     -1.623316      -0.400326 58061 
     H       2.473967     -0.979498      -0.142508 58062 
     H       1.951927      1.356808      -1.301342 58063 
     H       0.402269      2.185322      -1.054566 58064 
Rotational constants (GHz):    1.0777100    0.7805300    0.7475800 58065 
Vibrational harmonic frequencies (cm-1): 58066 
     i292.7199                   35.3088                   70.7649             58067 
      105.7965                  126.4143                  132.2790             58068 
      143.0939                  170.1009                  187.6025             58069 
      192.1380                  217.6439                  241.2956             58070 
      285.6321                  288.3554                  327.5852             58071 
      334.2273                  358.3286                  389.3125             58072 
      417.9352                  468.4658                  528.9298             58073 
      599.8746                  619.8483                  756.1056             58074 
      772.6732                  904.3354                  950.3275             58075 
      984.8155                 1029.2753                 1040.5258             58076 
     1052.0495                 1067.3068                 1111.9755             58077 
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     1165.5399                 1210.7284                 1289.2687             58078 
     1326.5159                 1365.6456                 1379.8220             58079 
     1406.1715                 1413.6409                 1435.2378             58080 
     1438.6260                 1464.8792                 1473.0922             58081 
     1477.8261                 1491.0084                 2073.9407             58082 
     3053.7538                 3056.4936                 3060.7135             58083 
     3121.0864                 3134.0319                 3175.4261             58084 
     3715.4164                 3733.4644                 3741.1717             58085 
Zero-point correction (Hartree): 0.152897 58086 
 58087 
TS.triHPacyl.COelim.tmtmmmmmmd 58088 
------------------------------ 58089 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16199486  58090 
Electronic state : 2-A 58091 
Cartesian coordinates (Angs): 58092 
     O       2.422547      0.649476       1.446404 58093 
     O       1.119701      0.236647       1.077756 58094 
     C       0.931972      0.334420      -0.274130 58095 
     C      -0.476857     -0.045386      -0.652022 58096 
     C      -1.100094     -1.043629       0.314610 58097 
     O      -2.395870     -1.431850      -0.100104 58098 
     O      -3.312769     -0.430394       0.333394 58099 
     H       2.896935     -0.195015       1.445277 58100 
     C       1.562686      1.463053      -1.014562 58101 
     H       2.641324      1.478595      -0.885736 58102 
     H       1.150863      2.409273      -0.654163 58103 
     H       1.322761      1.364648      -2.071570 58104 
     C       2.014101     -1.350657      -0.991914 58105 
     O       2.765798     -1.710352      -0.207345 58106 
     H      -3.853067     -0.930657       0.957033 58107 
     H      -0.441447     -0.494471      -1.648298 58108 
     O      -1.295133      1.091367      -0.873175 58109 
     O      -1.471483      1.773834       0.358687 58110 
     H      -2.324919      1.410908       0.640285 58111 
     H      -0.511533     -1.962916       0.308661 58112 
     H      -1.134088     -0.657002       1.331687 58113 
Rotational constants (GHz):    1.4335800    0.6124100    0.5314600 58114 
Vibrational harmonic frequencies (cm-1): 58115 
     i269.8932                   41.5309                   59.9946             58116 
       81.1589                  121.1119                  148.1116             58117 
      161.2247                  169.3431                  172.7710             58118 
      192.4386                  216.7622                  243.0127             58119 
      252.5832                  271.8605                  304.3058             58120 
      320.4477                  333.8835                  374.6481             58121 
      403.2772                  479.3138                  493.6784             58122 
      516.0207                  610.3392                  720.2973             58123 
      825.2060                  887.3934                  954.0497             58124 
      997.5695                 1004.7911                 1046.5756             58125 
     1054.3701                 1103.9763                 1115.5229             58126 
     1150.9048                 1231.9156                 1288.7504             58127 
     1315.2135                 1347.5984                 1376.8820             58128 
     1396.5497                 1409.7904                 1427.7397             58129 
     1434.3019                 1442.8375                 1469.1039             58130 
     1471.4067                 1489.7830                 2046.0455             58131 
     3057.6163                 3081.1803                 3086.9510             58132 
     3136.7887                 3146.3542                 3173.2772             58133 
     3766.9820                 3777.9370                 3826.7045             58134 
Zero-point correction (Hartree): 0.152706 58135 
 58136 
TS.triHPacyl.COelim.tmtmmmmmpd 58137 
------------------------------ 58138 
IRC pathway available 58139 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18824540  58140 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07117476  58141 
     T1 diagnostic:  0.016983  58142 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03105939  58143 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.04963108  58144 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03640907  58145 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05314287  58146 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51322306  58147 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50623255  58148 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16426877  58149 
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Electronic state : 2-A 58150 
Cartesian coordinates (Angs): 58151 
     O       2.448223      0.702922       1.381190 58152 
     O       1.139899      0.267326       1.063300 58153 
     C       0.914216      0.323428      -0.284787 58154 
     C      -0.497736     -0.087123      -0.607089 58155 
     C      -1.091820     -1.060632       0.401786 58156 
     O      -2.383852     -1.485448       0.017899 58157 
     O      -3.306933     -0.454762       0.357318 58158 
     H       2.926463     -0.138907       1.411685 58159 
     C       1.505316      1.440818      -1.074270 58160 
     H       2.586311      1.477374      -0.973170 58161 
     H       1.087022      2.390206      -0.730377 58162 
     H       1.242200      1.306810      -2.121898 58163 
     C       1.986749     -1.354258      -0.986704 58164 
     O       2.764823     -1.693185      -0.218789 58165 
     H      -3.447552     -0.032863      -0.501774 58166 
     H      -0.488853     -0.560257      -1.592953 58167 
     O      -1.345864      1.037450      -0.829614 58168 
     O      -1.441969      1.781957       0.374562 58169 
     H      -2.189028      1.347139       0.816315 58170 
     H      -0.489820     -1.970409       0.424467 58171 
     H      -1.121714     -0.642565       1.407158 58172 
Rotational constants (GHz):    1.4419200    0.6189300    0.5346900 58173 
Vibrational harmonic frequencies (cm-1): 58174 
     i278.5504                   44.5674                   62.1855             58175 
       86.8413                  129.1074                  151.1114             58176 
      162.6388                  169.6613                  177.7295             58177 
      196.4882                  218.5516                  247.1047             58178 
      277.5222                  305.0062                  320.7053             58179 
      335.9934                  371.8657                  405.8813             58180 
      408.7984                  494.3321                  506.2133             58181 
      533.6203                  612.0881                  724.8329             58182 
      828.3854                  887.1414                  951.9052             58183 
      998.9505                 1004.9975                 1047.8278             58184 
     1055.0343                 1110.2089                 1113.1949             58185 
     1140.5813                 1231.3098                 1292.0776             58186 
     1309.3991                 1346.2925                 1375.4195             58187 
     1407.2489                 1411.9708                 1425.4515             58188 
     1432.9509                 1441.5143                 1469.6879             58189 
     1478.4800                 1489.9614                 2046.7958             58190 
     3058.2338                 3079.7303                 3090.8224             58191 
     3136.9795                 3143.1235                 3173.3911             58192 
     3736.3446                 3779.6627                 3793.5642             58193 
Zero-point correction (Hartree): 0.153165 58194 
 58195 
TS.triHPacyl.COelim.tmtmmmmppd 58196 
------------------------------ 58197 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16044600  58198 
Electronic state : 2-A 58199 
Cartesian coordinates (Angs): 58200 
     O       2.490055     -0.729610      -1.297372 58201 
     O       1.145779     -0.374840      -1.023210 58202 
     C       0.924342     -0.296821       0.325130 58203 
     C      -0.511856      0.047614       0.605766 58204 
     C      -1.132393      1.028499      -0.377827 58205 
     O      -2.402976      1.439776       0.078103 58206 
     O      -3.373735      0.519577      -0.397345 58207 
     H       2.885304      0.139494      -1.460519 58208 
     C       1.594989     -1.285983       1.220468 58209 
     H       2.676274     -1.248735       1.121247 58210 
     H       1.270102     -2.303363       0.983094 58211 
     H       1.318718     -1.070802       2.250754 58212 
     C       1.879090      1.490416       0.866721 58213 
     O       2.605032      1.834889       0.052415 58214 
     H      -3.279041     -0.222341       0.217386 58215 
     H      -0.550409      0.488351       1.605395 58216 
     O      -1.323020     -1.120828       0.772249 58217 
     O      -1.430044     -1.782894      -0.482231 58218 
     H      -0.801265     -2.509845      -0.386799 58219 
     H      -0.520832      1.932084      -0.416270 58220 
     H      -1.212610      0.604250      -1.376715 58221 
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Rotational constants (GHz):    1.4031800    0.6269700    0.5317500 58222 
Vibrational harmonic frequencies (cm-1): 58223 
     i296.8341                   41.7526                   53.5449             58224 
       77.4122                  121.2308                  132.0503             58225 
      137.6444                  150.4860                  170.5210             58226 
      175.5717                  198.3182                  217.4921             58227 
      249.5031                  268.2731                  303.4552             58228 
      318.9566                  336.2759                  373.8563             58229 
      394.6310                  432.4005                  499.2888             58230 
      510.8312                  598.7665                  725.6022             58231 
      828.1852                  883.0733                  957.4128             58232 
      995.3043                 1002.1451                 1043.5101             58233 
     1051.5202                 1101.6032                 1119.8769             58234 
     1140.7908                 1227.0614                 1288.7699             58235 
     1303.7099                 1347.4489                 1374.2383             58236 
     1397.3362                 1412.2054                 1418.7201             58237 
     1428.2725                 1437.6533                 1464.8002             58238 
     1467.5204                 1490.1447                 2051.1151             58239 
     3047.0517                 3084.4715                 3086.6245             58240 
     3132.3206                 3151.4859                 3173.7340             58241 
     3779.0688                 3779.6187                 3812.0083             58242 
Zero-point correction (Hartree): 0.152106 58243 
 58244 
TS.triHPacyl.COelim.tmtmmmtpmd 58245 
------------------------------ 58246 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16101698  58247 
Electronic state : 2-A 58248 
Cartesian coordinates (Angs): 58249 
     O       2.685821      0.244948       1.447551 58250 
     O       1.330316     -0.032444       1.150671 58251 
     C       0.984567      0.449291      -0.083605 58252 
     C      -0.480336      0.220100      -0.335317 58253 
     C      -0.964703     -1.105383       0.237271 58254 
     O      -2.252376     -1.471695      -0.229520 58255 
     O      -3.217854     -0.721638       0.498576 58256 
     H       3.116473     -0.570880       1.152078 58257 
     C       1.585627      1.729480      -0.555572 58258 
     H       2.668666      1.666763      -0.621052 58259 
     H       1.323090      2.536521       0.131711 58260 
     H       1.175979      1.964204      -1.536074 58261 
     C       1.879665     -0.965303      -1.396906 58262 
     O       2.707427     -1.539810      -0.854827 58263 
     H      -3.670886     -1.409962       0.999397 58264 
     H      -0.635917      0.229646      -1.416633 58265 
     O      -1.174190      1.334803       0.218896 58266 
     O      -2.298004      1.630465      -0.594725 58267 
     H      -2.979384      1.057136      -0.210519 58268 
     H      -0.320343     -1.913533      -0.114096 58269 
     H      -0.955706     -1.086039       1.326986 58270 
Rotational constants (GHz):    1.4247300    0.5795100    0.5073700 58271 
Vibrational harmonic frequencies (cm-1): 58272 
     i274.1086                   42.6987                   53.6569             58273 
       59.6456                  113.3501                  121.2467             58274 
      144.3491                  146.8375                  160.7086             58275 
      174.0595                  211.4334                  233.8023             58276 
      235.5239                  294.6673                  309.8662             58277 
      322.3761                  343.5254                  367.2869             58278 
      404.4086                  477.0319                  494.5880             58279 
      526.0269                  545.3220                  696.0295             58280 
      852.5766                  895.9116                  965.4143             58281 
      996.6672                 1025.9476                 1055.7083             58282 
     1064.4963                 1098.1322                 1110.8289             58283 
     1134.3143                 1224.8311                 1291.9089             58284 
     1314.0568                 1350.5463                 1365.6900             58285 
     1384.7380                 1410.5172                 1429.0347             58286 
     1438.8849                 1456.1151                 1459.0898             58287 
     1470.1115                 1487.8293                 2048.5168             58288 
     3064.0456                 3079.0430                 3085.3949             58289 
     3138.1699                 3138.9947                 3169.6525             58290 
     3752.2254                 3776.6432                 3835.8753             58291 
Zero-point correction (Hartree): 0.152296 58292 
 58293 
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TS.triHPacyl.COelim.tmtmmtmmmd 58294 
------------------------------ 58295 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16218851  58296 
Electronic state : 2-A 58297 
Cartesian coordinates (Angs): 58298 
     O      -2.415310     -1.068507       1.487996 58299 
     O      -1.085714     -0.723083       1.146934 58300 
     C      -1.024986     -0.269618      -0.141185 58301 
     C       0.352215      0.249769      -0.472942 58302 
     C       1.105699      0.746839       0.754263 58303 
     O       2.370353      1.277686       0.408078 58304 
     O       3.281649      0.189186       0.281614 58305 
     H      -2.820737     -0.190286       1.577161 58306 
     C      -1.748066     -1.024521      -1.205564 58307 
     H      -2.803633     -1.133606      -0.972964 58308 
     H      -1.302527     -2.017781      -1.304237 58309 
     H      -1.632737     -0.503441      -2.154686 58310 
     C      -2.168004      1.475834       0.009454 58311 
     O      -1.949230      2.250653      -0.800507 58312 
     H       3.897112      0.377273       1.000664 58313 
     H       0.242313      1.078176      -1.179863 58314 
     O       1.098129     -0.680882      -1.238872 58315 
     O       1.361364     -1.821963      -0.437256 58316 
     H       2.251341     -1.610375      -0.116587 58317 
     H       0.557455      1.579507       1.198607 58318 
     H       1.220331     -0.034004       1.503863 58319 
Rotational constants (GHz):    1.2788800    0.6399700    0.5597300 58320 
Vibrational harmonic frequencies (cm-1): 58321 
     i280.0020                   43.3797                   70.0075             58322 
       78.6533                  109.3826                  131.5479             58323 
      151.6323                  164.0746                  181.1251             58324 
      185.3154                  217.7115                  255.3519             58325 
      266.2843                  297.4968                  310.5512             58326 
      322.4335                  360.2066                  387.7012             58327 
      416.4622                  473.1234                  487.6295             58328 
      516.4374                  612.2732                  713.3738             58329 
      824.6938                  888.7200                  954.8534             58330 
      996.9792                 1004.7188                 1039.2842             58331 
     1052.9258                 1103.8341                 1115.8866             58332 
     1150.8680                 1230.2113                 1289.9301             58333 
     1315.2136                 1345.1525                 1383.1351             58334 
     1396.3140                 1407.1646                 1431.6445             58335 
     1437.0452                 1441.3173                 1469.7294             58336 
     1470.9638                 1488.6070                 2070.3166             58337 
     3057.2850                 3069.3161                 3087.0820             58338 
     3133.7758                 3146.8891                 3172.7444             58339 
     3726.6714                 3752.9641                 3825.3926             58340 
Zero-point correction (Hartree): 0.152714 58341 
 58342 
TS.triHPacyl.COelim.tmtmmtmmpd 58343 
------------------------------ 58344 
IRC pathway available 58345 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18833837  58346 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07107073  58347 
     T1 diagnostic:  0.016967  58348 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03164745  58349 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.04974718  58350 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03703264  58351 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05322866  58352 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51180403  58353 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50470929  58354 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16437035  58355 
Electronic state : 2-A 58356 
Cartesian coordinates (Angs): 58357 
     O      -2.455775     -1.080685       1.417470 58358 
     O      -1.114725     -0.735646       1.126817 58359 
     C      -1.011386     -0.257821      -0.149484 58360 
     C       0.376748      0.262035      -0.420624 58361 
     C       1.103355      0.727480       0.834387 58362 
     O       2.369052      1.276183       0.528980 58363 
     O       3.276818      0.199125       0.315340 58364 
     H      -2.853916     -0.203282       1.539577 58365 
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     C      -1.699140     -0.991363      -1.251861 58366 
     H      -2.761121     -1.105147      -1.053603 58367 
     H      -1.250345     -1.982545      -1.355593 58368 
     H      -1.556457     -0.450800      -2.186314 58369 
     C      -2.142334      1.483873      -0.013646 58370 
     O      -1.907891      2.261513      -0.816748 58371 
     H       3.323242      0.176362      -0.650598 58372 
     H       0.298088      1.102373      -1.117813 58373 
     O       1.152298     -0.664404      -1.177206 58374 
     O       1.324591     -1.845481      -0.410219 58375 
     H       2.127449     -1.637906       0.094180 58376 
     H       0.543765      1.542634       1.295705 58377 
     H       1.210889     -0.071753       1.566373 58378 
Rotational constants (GHz):    1.2799800    0.6474100    0.5636000 58379 
Vibrational harmonic frequencies (cm-1): 58380 
     i288.4228                   45.1276                   71.5516             58381 
       82.9920                  116.1325                  133.6500             58382 
      156.0617                  166.4969                  180.5482             58383 
      199.3292                  220.6434                  259.9160             58384 
      291.8697                  308.9208                  325.0086             58385 
      358.6751                  385.1686                  406.0656             58386 
      420.8694                  484.4478                  508.2499             58387 
      536.8409                  612.6222                  717.1621             58388 
      828.1127                  888.6512                  952.7796             58389 
      997.4651                 1005.1584                 1040.2689             58390 
     1052.5472                 1111.3119                 1112.3709             58391 
     1140.7781                 1229.2702                 1293.7863             58392 
     1309.1547                 1343.5058                 1382.3376             58393 
     1403.9289                 1413.1827                 1425.3506             58394 
     1437.7097                 1441.6360                 1470.0472             58395 
     1476.1712                 1488.7298                 2069.5038             58396 
     3057.7665                 3066.5014                 3090.8504             58397 
     3134.0190                 3143.8530                 3173.7704             58398 
     3730.5216                 3731.6058                 3794.7280             58399 
Zero-point correction (Hartree): 0.153151 58400 
 58401 
TS.triHPacyl.COelim.tmtmmtmppd 58402 
------------------------------ 58403 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16037765  58404 
Electronic state : 2-A 58405 
Cartesian coordinates (Angs): 58406 
     O       2.477199     -1.062138      -1.379910 58407 
     O       1.119464     -0.807381      -1.064909 58408 
     C       1.019963     -0.230923       0.170755 58409 
     C      -0.393332      0.201921       0.449365 58410 
     C      -1.139844      0.735228      -0.764642 58411 
     O      -2.374924      1.292832      -0.371823 58412 
     O      -3.352636      0.263690      -0.363722 58413 
     H       2.772984     -0.181884      -1.661854 58414 
     C       1.806210     -0.819639       1.297545 58415 
     H       2.867547     -0.853659       1.067389 58416 
     H       1.472583     -1.841464       1.501667 58417 
     H       1.646870     -0.225821       2.195994 58418 
     C       1.996438      1.578161      -0.109625 58419 
     O       1.805633      2.348575       0.710584 58420 
     H      -3.176480     -0.187268       0.474631 58421 
     H      -0.357476      0.988241       1.209511 58422 
     O      -1.140159     -0.814531       1.127635 58423 
     O      -1.336947     -1.903490       0.234121 58424 
     H      -0.677897     -2.541672       0.536612 58425 
     H      -0.567107      1.552871      -1.206978 58426 
     H      -1.298681     -0.038285      -1.513188 58427 
Rotational constants (GHz):    1.2576300    0.6569300    0.5532700 58428 
Vibrational harmonic frequencies (cm-1): 58429 
     i307.4600                   45.8303                   61.7240             58430 
       79.4031                  102.7915                  128.6127             58431 
      139.9598                  144.2367                  170.4891             58432 
      176.2052                  207.7404                  217.9434             58433 
      252.2385                  289.3504                  306.4584             58434 
      318.8888                  355.8076                  382.9151             58435 
      400.6665                  418.6138                  493.9842             58436 
      510.8711                  599.7630                  716.4648             58437 
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      827.6189                  883.9292                  958.0955             58438 
      993.9005                 1001.0565                 1035.7237             58439 
     1050.4940                 1101.2802                 1119.3639             58440 
     1139.4992                 1224.1244                 1291.2829             58441 
     1307.2398                 1345.6682                 1377.7584             58442 
     1396.6759                 1411.6644                 1419.1290             58443 
     1431.3430                 1437.0225                 1465.6485             58444 
     1468.1668                 1490.2725                 2074.8258             58445 
     3045.7255                 3073.0769                 3082.7587             58446 
     3129.1915                 3151.2218                 3172.9554             58447 
     3747.2334                 3781.0016                 3809.6385             58448 
Zero-point correction (Hartree): 0.152103 58449 
 58450 
TS.triHPacyl.COelim.tmtmmttpmd 58451 
------------------------------ 58452 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16100791  58453 
Electronic state : 2-A 58454 
Cartesian coordinates (Angs): 58455 
     O      -2.751744      0.236042      -1.607038 58456 
     O      -1.359615      0.173282      -1.360836 58457 
     C      -1.102061      0.349333      -0.029441 58458 
     C       0.362571      0.146453       0.252786 58459 
     C       0.971019     -0.939649      -0.624955 58460 
     O       2.248088     -1.362517      -0.178111 58461 
     O       3.204228     -0.386972      -0.574350 58462 
     H      -3.040561     -0.629569      -1.275072 58463 
     C      -1.810719      1.439644       0.703443 58464 
     H      -2.889624      1.316374       0.659480 58465 
     H      -1.549249      2.404077       0.262852 58466 
     H      -1.484883      1.438272       1.742304 58467 
     C      -1.993218     -1.356024       0.792649 58468 
     O      -1.628813     -1.616638       1.842140 58469 
     H       3.707582     -0.858156      -1.248721 58470 
     H       0.468930     -0.130269       1.305602 58471 
     O       0.996610      1.409595       0.071378 58472 
     O       2.046782      1.540691       1.015596 58473 
     H       2.789582      1.129638       0.546558 58474 
     H       0.361284     -1.843380      -0.566663 58475 
     H       1.027116     -0.613376      -1.663454 58476 
Rotational constants (GHz):    1.2687400    0.5890200    0.5597400 58477 
Vibrational harmonic frequencies (cm-1): 58478 
     i286.8783                   44.4898                   56.4585             58479 
       67.0292                  100.9709                  122.4500             58480 
      124.6299                  142.0075                  165.5156             58481 
      172.1981                  216.3376                  232.2377             58482 
      261.7348                  278.7058                  313.4416             58483 
      344.5284                  360.6917                  380.4045             58484 
      407.7888                  473.5770                  493.7176             58485 
      517.9212                  537.5781                  688.1454             58486 
      852.7966                  897.2017                  965.7021             58487 
      994.9788                 1024.6365                 1048.3337             58488 
     1063.5805                 1098.5166                 1110.2838             58489 
     1133.7562                 1224.7125                 1295.6936             58490 
     1313.2882                 1349.1124                 1367.5567             58491 
     1385.2398                 1408.3295                 1434.0910             58492 
     1436.9572                 1454.9465                 1457.4543             58493 
     1469.8029                 1487.3117                 2075.8863             58494 
     3063.9898                 3072.0609                 3080.1412             58495 
     3136.6202                 3137.5088                 3169.9858             58496 
     3734.0786                 3746.3169                 3829.9762             58497 
Zero-point correction (Hartree): 0.152235 58498 
 58499 
TS.triHPacyl.COelim.tmtmpmmmmd 58500 
------------------------------ 58501 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16023555  58502 
Electronic state : 2-A 58503 
Cartesian coordinates (Angs): 58504 
     O      -2.320071     -0.778043       1.589395 58505 
     O      -0.972468     -0.585605       1.172372 58506 
     C      -0.950979     -0.209717      -0.145997 58507 
     C       0.430745      0.251680      -0.538702 58508 
     C       1.181321      0.903681       0.614136 58509 
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     O       2.445604      1.388664       0.202642 58510 
     O       3.358607      0.293225       0.210120 58511 
     H      -2.323820     -1.723477       1.785939 58512 
     C      -1.698505     -1.054553      -1.123166 58513 
     H      -2.756723     -1.096484      -0.879209 58514 
     H      -1.277841     -2.063646      -1.124806 58515 
     H      -1.584001     -0.638730      -2.122541 58516 
     C      -1.970777      1.583523      -0.139333 58517 
     O      -2.951980      1.583003      -0.722518 58518 
     H       3.979083      0.574348       0.893435 58519 
     H       0.327314      0.984629      -1.344612 58520 
     O       1.173444     -0.774004      -1.178183 58521 
     O       1.445622     -1.797074      -0.232563 58522 
     H       2.331631     -1.533470       0.059815 58523 
     H       0.623672      1.781306       0.942474 58524 
     H       1.299787      0.226518       1.457759 58525 
Rotational constants (GHz):    1.4320100    0.5886500    0.5357400 58526 
Vibrational harmonic frequencies (cm-1): 58527 
     i324.8761                   36.4801                   59.2126             58528 
       79.6129                   96.2789                  130.6026             58529 
      158.7680                  164.5908                  168.4234             58530 
      192.8388                  205.4137                  216.1828             58531 
      252.8464                  275.0295                  287.6723             58532 
      313.4177                  318.3274                  378.1743             58533 
      419.6639                  474.0539                  492.2899             58534 
      514.7317                  608.7313                  713.6948             58535 
      827.4825                  888.6342                  952.0996             58536 
      996.2268                 1003.4071                 1023.5059             58537 
     1055.7039                 1100.5575                 1114.0880             58538 
     1146.9783                 1222.7077                 1282.8254             58539 
     1312.8212                 1332.7145                 1373.2019             58540 
     1394.9749                 1402.6307                 1414.4621             58541 
     1431.2797                 1443.5351                 1471.9354             58542 
     1472.4820                 1488.9755                 2071.6352             58543 
     3055.3672                 3069.2456                 3096.9804             58544 
     3137.1859                 3152.1286                 3171.5647             58545 
     3765.8640                 3821.5173                 3826.9501             58546 
Zero-point correction (Hartree): 0.152361 58547 
 58548 
TS.triHPacyl.COelim.tmtmpmmmpd 58549 
------------------------------ 58550 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16236299  58551 
Electronic state : 2-A 58552 
Cartesian coordinates (Angs): 58553 
     O      -2.359686     -0.795929       1.528000 58554 
     O      -0.998030     -0.604017       1.158547 58555 
     C      -0.936653     -0.204679      -0.151121 58556 
     C       0.453333      0.271262      -0.487011 58557 
     C       1.178441      0.892059       0.698466 58558 
     O       2.441935      1.405079       0.325783 58559 
     O       3.353645      0.312915       0.236907 58560 
     H      -2.360606     -1.733211       1.760187 58561 
     C      -1.647364     -1.035022      -1.167852 58562 
     H      -2.711526     -1.090156      -0.954958 58563 
     H      -1.219367     -2.040807      -1.176871 58564 
     H      -1.508740     -0.597074      -2.154743 58565 
     C      -1.956849      1.576307      -0.145358 58566 
     O      -2.918506      1.588859      -0.760252 58567 
     H       3.405447      0.183773      -0.720143 58568 
     H       0.375134      1.021195      -1.280295 58569 
     O       1.226514     -0.742654      -1.125983 58570 
     O       1.422585     -1.809658      -0.210884 58571 
     H       2.225722     -1.522493       0.253113 58572 
     H       0.608034      1.751716       1.050513 58573 
     H       1.292802      0.190725       1.523499 58574 
Rotational constants (GHz):    1.4341400    0.5945900    0.5396900 58575 
Vibrational harmonic frequencies (cm-1): 58576 
     i332.0122                   36.4453                   61.4854             58577 
       82.3818                  101.6760                  135.1854             58578 
      164.1991                  173.8660                  189.9166             58579 
      200.0056                  207.3743                  217.8423             58580 
      259.2372                  280.3957                  303.3969             58581 
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      324.7236                  377.9483                  400.4942             58582 
      423.5967                  481.7647                  504.7707             58583 
      549.0688                  610.9368                  717.6137             58584 
      830.8051                  888.8742                  949.9765             58585 
      997.7488                 1003.8458                 1025.9415             58586 
     1056.1233                 1107.6283                 1111.3897             58587 
     1137.2656                 1221.8159                 1286.4757             58588 
     1307.5420                 1331.1337                 1371.0849             58589 
     1403.2529                 1407.7995                 1415.2354             58590 
     1429.5098                 1443.6632                 1473.2347             58591 
     1477.6059                 1489.8828                 2071.0663             58592 
     3056.6916                 3066.7767                 3098.7449             58593 
     3137.3953                 3150.5773                 3172.5102             58594 
     3737.4624                 3797.9987                 3824.9677             58595 
Zero-point correction (Hartree): 0.152834 58596 
 58597 
TS.triHPacyl.COelim.tmtmppmmpd 58598 
------------------------------ 58599 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16167776  58600 
Electronic state : 2-A 58601 
Cartesian coordinates (Angs): 58602 
     O      -2.568678     -0.545715       1.323188 58603 
     O      -1.190855     -0.322277       1.052444 58604 
     C      -0.977946     -0.336907      -0.300720 58605 
     C       0.442841      0.066558      -0.605610 58606 
     C       1.042941      1.013308       0.425668 58607 
     O       2.341790      1.430556       0.054994 58608 
     O       3.252145      0.381489       0.373902 58609 
     H      -2.529634     -1.376843       1.813580 58610 
     C      -1.554214     -1.457910      -1.098662 58611 
     H      -2.634423     -1.501695      -0.991106 58612 
     H      -1.113025     -2.404937      -0.778288 58613 
     H      -1.311523     -1.303062      -2.148159 58614 
     C      -1.992614      1.315394      -0.992647 58615 
     O      -2.189825      2.114321      -0.201496 58616 
     H       3.403004     -0.012497      -0.496416 58617 
     H       0.453708      0.553829      -1.585612 58618 
     O       1.277784     -1.066731      -0.841867 58619 
     O       1.368593     -1.823801       0.355131 58620 
     H       2.122676     -1.400087       0.796366 58621 
     H       0.449908      1.927185       0.469827 58622 
     H       1.065616      0.572727       1.421263 58623 
Rotational constants (GHz):    1.3539300    0.6589100    0.5505000 58624 
Vibrational harmonic frequencies (cm-1): 58625 
     i328.0514                   33.2492                   61.5572             58626 
       83.6519                   98.2919                  133.5645             58627 
      162.4681                  169.3032                  183.4327             58628 
      191.8663                  198.5093                  214.8153             58629 
      259.8958                  269.3567                  303.6388             58630 
      319.7990                  368.2296                  401.6785             58631 
      409.5287                  503.7955                  506.6136             58632 
      547.0487                  610.4488                  721.1289             58633 
      829.2986                  886.2270                  950.0541             58634 
      997.3958                 1004.1361                 1032.7403             58635 
     1056.4756                 1107.1208                 1111.9416             58636 
     1135.1789                 1223.9298                 1283.9176             58637 
     1311.1193                 1334.1805                 1377.0741             58638 
     1405.3372                 1407.9418                 1418.3886             58639 
     1432.0936                 1444.4033                 1472.8874             58640 
     1479.4131                 1491.0264                 2070.8284             58641 
     3059.6799                 3067.0478                 3098.9109             58642 
     3140.7956                 3149.7135                 3173.4574             58643 
     3729.9664                 3794.7188                 3819.7234             58644 
Zero-point correction (Hartree): 0.152749 58645 
 58646 
TS.triHPacyl.COelim.tmtpmmmmmd 58647 
------------------------------ 58648 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16273946  58649 
Electronic state : 2-A 58650 
Cartesian coordinates (Angs): 58651 
     O      -2.630958      0.773223      -1.092253 58652 
     O      -1.263726      0.426599      -0.977320 58653 
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     C      -0.903399      0.270576       0.332886 58654 
     C       0.561377     -0.041464       0.465107 58655 
     C       1.135060     -0.839122      -0.707605 58656 
     O       2.537952     -0.696312      -0.776531 58657 
     O       3.094048     -1.187587       0.433888 58658 
     H      -3.035045     -0.095201      -1.237037 58659 
     C      -1.506624      1.170876       1.357616 58660 
     H      -2.591145      1.109154       1.360868 58661 
     H      -1.215028      2.203778       1.151432 58662 
     H      -1.124584      0.893074       2.338180 58663 
     C      -1.742825     -1.597973       0.816938 58664 
     O      -2.565065     -1.883168       0.073524 58665 
     H       3.167170     -0.375269       0.956026 58666 
     H       0.680887     -0.607580       1.391652 58667 
     O       1.351022      1.115492       0.726489 58668 
     O       1.361592      1.932658      -0.433895 58669 
     H       2.137917      1.592284      -0.903312 58670 
     H       0.853612     -1.890567      -0.615380 58671 
     H       0.785755     -0.454280      -1.663310 58672 
Rotational constants (GHz):    1.3847000    0.6316200    0.5409600 58673 
Vibrational harmonic frequencies (cm-1): 58674 
     i285.6055                   39.3585                   52.2131             58675 
       74.9555                  118.9221                  134.1085             58676 
      143.4549                  156.2879                  165.2104             58677 
      198.9763                  217.3136                  235.9140             58678 
      268.9598                  310.5630                  332.1784             58679 
      342.7049                  372.1416                  399.1678             58680 
      422.2970                  449.1096                  486.3838             58681 
      499.5757                  682.5698                  716.3937             58682 
      814.4842                  899.4439                  959.9247             58683 
      993.3621                 1008.0766                 1045.3256             58684 
     1055.4342                 1086.6539                 1115.4083             58685 
     1160.5370                 1239.1306                 1294.6828             58686 
     1301.5211                 1353.6161                 1383.4584             58687 
     1406.8737                 1414.0015                 1424.8418             58688 
     1430.8045                 1432.6203                 1470.2705             58689 
     1490.0901                 1490.6298                 2046.3780             58690 
     3059.2220                 3074.6212                 3092.0834             58691 
     3137.3048                 3154.9517                 3173.4647             58692 
     3766.5738                 3771.7995                 3772.6755             58693 
Zero-point correction (Hartree): 0.152954 58694 
 58695 
TS.triHPacyl.COelim.tmtpmmtpmd 58696 
------------------------------ 58697 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16329283  58698 
Electronic state : 2-A 58699 
Cartesian coordinates (Angs): 58700 
     O       2.847766      0.507427       1.123643 58701 
     O       1.455424      0.262972       1.076484 58702 
     C       0.969729      0.420306      -0.193840 58703 
     C      -0.519779      0.231304      -0.203694 58704 
     C      -0.989412     -0.865188       0.742786 58705 
     O      -2.399440     -0.956294       0.789016 58706 
     O      -2.857939     -1.376313      -0.487004 58707 
     H       3.201400     -0.390348       1.036193 58708 
     C       1.550202      1.487237      -1.060739 58709 
     H       2.615434      1.341058      -1.217954 58710 
     H       1.397157      2.464811      -0.598570 58711 
     H       1.038483      1.473072      -2.021012 58712 
     C       1.618392     -1.327895      -1.165736 58713 
     O       2.482378     -1.813167      -0.593995 58714 
     H      -3.023615     -0.528142      -0.927012 58715 
     H      -0.801854     -0.004428      -1.232592 58716 
     O      -1.095452      1.493138       0.138677 58717 
     O      -2.433537      1.524848      -0.349054 58718 
     H      -2.930806      1.283691       0.445527 58719 
     H      -0.559106     -1.827288       0.453471 58720 
     H      -0.705486     -0.627899       1.767148 58721 
Rotational constants (GHz):    1.3976100    0.6049500    0.5176400 58722 
Vibrational harmonic frequencies (cm-1): 58723 
     i292.1256                   50.6064                   54.2328             58724 
       98.2837                  130.4221                  144.4518             58725 
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      151.4161                  161.9601                  169.4119             58726 
      214.6751                  219.2280                  232.8119             58727 
      270.4988                  307.7477                  329.1802             58728 
      348.7485                  365.6067                  397.2106             58729 
      432.2555                  480.4244                  490.8496             58730 
      519.0157                  567.6325                  698.5199             58731 
      868.1097                  889.8531                  961.3548             58732 
     1001.0414                 1018.9764                 1052.5710             58733 
     1060.7517                 1093.7398                 1113.9295             58734 
     1154.1351                 1236.2141                 1298.0193             58735 
     1305.8164                 1357.8114                 1370.6012             58736 
     1410.7727                 1417.0382                 1431.1395             58737 
     1439.0363                 1441.4056                 1469.8068             58738 
     1470.6546                 1490.6359                 2050.5633             58739 
     3064.3634                 3066.5409                 3082.3059             58740 
     3140.0763                 3145.1638                 3170.9253             58741 
     3744.9175                 3776.1773                 3785.8735             58742 
Zero-point correction (Hartree): 0.153128 58743 
 58744 
TS.triHPacyl.COelim.tmtpmmtppd 58745 
------------------------------ 58746 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16174598  58747 
Electronic state : 2-A 58748 
Cartesian coordinates (Angs): 58749 
     O       2.867498      0.428437       1.113740 58750 
     O       1.467950      0.224206       1.078375 58751 
     C       0.968952      0.426239      -0.180677 58752 
     C      -0.524592      0.280719      -0.172711 58753 
     C      -1.011381     -0.805552       0.774237 58754 
     O      -2.426338     -0.887444       0.772193 58755 
     O      -2.827160     -1.364132      -0.509910 58756 
     H       3.194584     -0.474611       0.987772 58757 
     C       1.566689      1.493173      -1.033540 58758 
     H       2.624945      1.321905      -1.211690 58759 
     H       1.446759      2.464013      -0.547675 58760 
     H       1.037772      1.514761      -1.984290 58761 
     C       1.560170     -1.340573      -1.198550 58762 
     O       2.408881     -1.859666      -0.633323 58763 
     H      -3.186471     -2.231380      -0.285841 58764 
     H      -0.843468      0.064057      -1.193914 58765 
     O      -1.081693      1.536906       0.209887 58766 
     O      -2.331241      1.696503      -0.445416 58767 
     H      -2.914928      1.138014       0.089151 58768 
     H      -0.575210     -1.776721       0.527118 58769 
     H      -0.766187     -0.542555       1.802451 58770 
Rotational constants (GHz):    1.3420700    0.6125900    0.5168000 58771 
Vibrational harmonic frequencies (cm-1): 58772 
     i278.6311                   44.8552                   52.2939             58773 
       79.6211                  115.3771                  132.6247             58774 
      142.4622                  148.0786                  164.8803             58775 
      190.9606                  209.3608                  233.4321             58776 
      240.0047                  274.7098                  305.4754             58777 
      326.2072                  347.4791                  373.6471             58778 
      402.1226                  453.2500                  489.8343             58779 
      500.4345                  556.1716                  698.0439             58780 
      865.4145                  889.7568                  957.2994             58781 
     1002.5236                 1022.9081                 1053.3391             58782 
     1063.7954                 1085.9611                 1109.3213             58783 
     1148.5841                 1231.5607                 1295.4221             58784 
     1305.0761                 1350.8744                 1363.7206             58785 
     1398.1419                 1411.4277                 1429.8454             58786 
     1437.4026                 1438.7372                 1467.1191             58787 
     1470.9239                 1488.8620                 2048.3918             58788 
     3063.6059                 3065.6397                 3096.5537             58789 
     3139.2297                 3144.8735                 3170.5768             58790 
     3771.7276                 3778.2089                 3826.3402             58791 
Zero-point correction (Hartree): 0.152351 58792 
 58793 
TS.triHPacyl.COelim.tmtpmtmmmd 58794 
------------------------------ 58795 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16274899  58796 
Electronic state : 2-A 58797 
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Cartesian coordinates (Angs): 58798 
     O       2.694007     -0.972268      -1.146673 58799 
     O       1.297088     -0.812233      -0.988559 58800 
     C       1.021571     -0.186960       0.194875 58801 
     C      -0.442686      0.138235       0.324614 58802 
     C      -1.146899      0.375861      -1.013087 58803 
     O      -2.541221      0.198461      -0.885831 58804 
     O      -3.023373      1.138656       0.062604 58805 
     H       2.961867     -0.068278      -1.379877 58806 
     C       1.728351     -0.645910       1.427506 58807 
     H       2.807353     -0.605445       1.308487 58808 
     H       1.436591     -1.676627       1.644374 58809 
     H       1.429176     -0.020951       2.267497 58810 
     C       1.877703      1.677486      -0.122270 58811 
     O       1.473862      2.503332       0.555732 58812 
     H      -3.024667      0.610709       0.874312 58813 
     H      -0.524338      1.030665       0.951275 58814 
     O      -1.146944     -0.822294       1.105672 58815 
     O      -1.194036     -2.044627       0.386238 58816 
     H      -2.022041     -1.947373      -0.107616 58817 
     H      -0.912518      1.375647      -1.385733 58818 
     H      -0.854736     -0.362821      -1.756023 58819 
Rotational constants (GHz):    1.2339400    0.6746800    0.5661200 58820 
Vibrational harmonic frequencies (cm-1): 58821 
     i296.1993                   44.2370                   60.6353             58822 
       74.5388                  114.9106                  129.1233             58823 
      136.9033                  148.9704                  179.6274             58824 
      200.7376                  220.1049                  238.5820             58825 
      306.3342                  322.0440                  337.0469             58826 
      365.8883                  383.0176                  404.7033             58827 
      420.8111                  449.3288                  480.5177             58828 
      498.4692                  676.0092                  713.5414             58829 
      813.6435                  902.3347                  960.0645             58830 
      994.0305                 1006.6143                 1038.6501             58831 
     1055.2162                 1086.1759                 1116.2780             58832 
     1159.9926                 1235.9352                 1297.5242             58833 
     1301.3096                 1352.7354                 1392.1781             58834 
     1405.4584                 1412.4910                 1425.6085             58835 
     1428.0829                 1439.2961                 1470.6724             58836 
     1490.5002                 1490.5796                 2068.6754             58837 
     3058.1818                 3074.3937                 3079.5554             58838 
     3134.2354                 3157.4535                 3173.4951             58839 
     3731.5034                 3763.3600                 3776.7452             58840 
Zero-point correction (Hartree): 0.153091 58841 
 58842 
TS.triHPacyl.COelim.tmtpmttpmd 58843 
------------------------------ 58844 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16313037  58845 
Electronic state : 2-A 58846 
Cartesian coordinates (Angs): 58847 
     O      -2.949661     -0.552360       1.193301 58848 
     O      -1.537247     -0.594110       1.131331 58849 
     C      -1.108514     -0.300286      -0.133445 58850 
     C       0.390716     -0.203860      -0.169609 58851 
     C       0.978333      0.408810       1.094439 58852 
     O       2.391627      0.407330       1.073412 58853 
     O       2.819509      1.271971       0.032073 58854 
     H      -3.107740      0.404264       1.240200 58855 
     C      -1.798082     -0.944049      -1.291808 58856 
     H      -2.859995     -0.713818      -1.300822 58857 
     H      -1.675594     -2.027727      -1.233522 58858 
     H      -1.342466     -0.594989      -2.216893 58859 
     C      -1.701662      1.675094      -0.343906 58860 
     O      -1.201364      2.231282      -1.205729 58861 
     H       2.911668      0.656657      -0.711731 58862 
     H       0.654838      0.394919      -1.045797 58863 
     O       0.882880     -1.528200      -0.380717 58864 
     O       2.192585     -1.437582      -0.933630 58865 
     H       2.740284     -1.547340      -0.143179 58866 
     H       0.603517      1.425863       1.235716 58867 
     H       0.724102     -0.198730       1.961672 58868 
Rotational constants (GHz):    1.2584500    0.6288000    0.5631400 58869 
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Vibrational harmonic frequencies (cm-1): 58870 
     i306.1396                   45.2161                   59.0024             58871 
       86.3770                  119.9334                  129.6624             58872 
      134.8327                  157.9565                  169.6450             58873 
      198.9305                  216.5755                  245.8398             58874 
      260.5728                  306.5459                  342.2929             58875 
      350.7696                  380.0918                  393.3051             58876 
      414.5916                  475.2630                  486.9380             58877 
      509.2444                  567.9385                  689.4355             58878 
      872.5264                  889.0610                  960.8687             58879 
     1000.6321                 1017.6757                 1045.6554             58880 
     1058.7138                 1091.9705                 1114.1164             58881 
     1152.7504                 1234.3825                 1300.9319             58882 
     1305.9428                 1357.7562                 1373.2349             58883 
     1408.6915                 1415.2359                 1435.2342             58884 
     1437.2871                 1439.6363                 1469.3019             58885 
     1470.7070                 1490.1523                 2075.3088             58886 
     3063.7489                 3068.2840                 3071.3894             58887 
     3137.5929                 3146.3903                 3170.6850             58888 
     3741.5087                 3742.2608                 3785.3193             58889 
Zero-point correction (Hartree): 0.152833 58890 
 58891 
TS.triHPacyl.COelim.tmtpmttppd 58892 
------------------------------ 58893 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16175012  58894 
Electronic state : 2-A 58895 
Cartesian coordinates (Angs): 58896 
     O      -2.970354     -0.343942       1.224098 58897 
     O      -1.560334     -0.449693       1.176235 58898 
     C      -1.113579     -0.301092      -0.107802 58899 
     C       0.387597     -0.273073      -0.141035 58900 
     C       0.994020      0.410470       1.074979 58901 
     O       2.409523      0.399308       1.010617 58902 
     O       2.795635      1.238693      -0.074677 58903 
     H      -3.090253      0.615018       1.129884 58904 
     C      -1.824058     -1.021140      -1.205523 58905 
     H      -2.875395     -0.749570      -1.248375 58906 
     H      -1.746266     -2.098469      -1.043147 58907 
     H      -1.346049     -0.782249      -2.154102 58908 
     C      -1.628040      1.685047      -0.496471 58909 
     O      -1.059094      2.159162      -1.364713 58910 
     H       3.229075      1.964509       0.390980 58911 
     H       0.696962      0.236392      -1.056921 58912 
     O       0.846381     -1.621391      -0.215007 58913 
     O       2.055867     -1.648171      -0.958335 58914 
     H       2.702114     -1.334197      -0.308510 58915 
     H       0.626575      1.434112       1.184207 58916 
     H       0.766611     -0.158543       1.975355 58917 
Rotational constants (GHz):    1.2202600    0.6359300    0.5647700 58918 
Vibrational harmonic frequencies (cm-1): 58919 
     i290.5287                   47.6162                   57.9142             58920 
       73.2644                  116.3620                  117.2454             58921 
      128.8493                  146.1312                  167.7523             58922 
      186.1659                  215.4774                  220.6421             58923 
      256.8516                  268.8030                  314.5088             58924 
      344.8892                  360.6655                  386.4101             58925 
      408.7458                  433.5304                  485.7066             58926 
      495.7794                  556.3922                  690.3251             58927 
      869.4699                  889.8801                  957.1670             58928 
     1001.7068                 1021.0787                 1046.5067             58929 
     1062.5870                 1084.9335                 1110.8414             58930 
     1147.7532                 1231.9715                 1299.3261             58931 
     1306.0663                 1351.4178                 1369.7381             58932 
     1398.3194                 1409.4960                 1434.4280             58933 
     1435.7931                 1438.4096                 1465.5324             58934 
     1471.5620                 1488.6196                 2075.3563             58935 
     3063.2259                 3066.3868                 3086.7996             58936 
     3137.1056                 3145.6832                 3170.8951             58937 
     3736.1521                 3769.8545                 3825.8091             58938 
Zero-point correction (Hartree): 0.152295 58939 
 58940 
TS.triHPacyl.COelim.tmtppmmmmd 58941 
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------------------------------ 58942 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16042418  58943 
Electronic state : 2-A 58944 
Cartesian coordinates (Angs): 58945 
     O       2.534890     -0.953093      -1.211764 58946 
     O       1.135886     -0.847147      -0.967285 58947 
     C       0.933565     -0.161441       0.201444 58948 
     C      -0.516246      0.210084       0.361923 58949 
     C      -1.219738      0.559337      -0.952631 58950 
     O      -2.617541      0.390416      -0.832494 58951 
     O      -3.085098      1.272790       0.177194 58952 
     H       2.649896     -1.911711      -1.226315 58953 
     C       1.654674     -0.642185       1.418288 58954 
     H       2.731118     -0.617690       1.272313 58955 
     H       1.337566     -1.662833       1.647529 58956 
     H       1.401929     -0.007852       2.266027 58957 
     C       1.749426      1.679286      -0.177574 58958 
     O       2.651585      1.953028       0.466358 58959 
     H      -3.076929      0.696447       0.955332 58960 
     H      -0.559310      1.066042       1.040601 58961 
     O      -1.254713     -0.768309       1.090109 58962 
     O      -1.365886     -1.939001       0.294919 58963 
     H      -2.177674     -1.756578      -0.202441 58964 
     H      -0.970057      1.578895      -1.247673 58965 
     H      -0.939608     -0.124680      -1.750357 58966 
Rotational constants (GHz):    1.3611700    0.6178600    0.5427500 58967 
Vibrational harmonic frequencies (cm-1): 58968 
     i337.8982                   30.7792                   48.5557             58969 
       67.5143                   88.9359                  130.0082             58970 
      137.2008                  157.2092                  179.8382             58971 
      184.2380                  205.8419                  220.6128             58972 
      241.7709                  288.8866                  320.7471             58973 
      341.9344                  375.3418                  418.2620             58974 
      429.7989                  470.2594                  481.5376             58975 
      490.1744                  675.0069                  717.2076             58976 
      813.6715                  901.2189                  957.3588             58977 
      991.4939                 1009.3586                 1023.9720             58978 
     1055.3412                 1082.6679                 1111.6040             58979 
     1153.6836                 1228.0786                 1288.9335             58980 
     1296.7431                 1341.2834                 1377.1878             58981 
     1402.7361                 1404.6611                 1418.2764             58982 
     1429.9502                 1431.5172                 1473.8243             58983 
     1489.4021                 1491.3335                 2069.3675             58984 
     3056.2713                 3078.7363                 3094.0981             58985 
     3136.8214                 3162.3028                 3172.6014             58986 
     3759.6443                 3771.7975                 3824.0444             58987 
Zero-point correction (Hartree): 0.152641 58988 
 58989 
TS.triHPacyl.COelim.tmtppmtpmd 58990 
------------------------------ 58991 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16052552  58992 
Electronic state : 2-A 58993 
Cartesian coordinates (Angs): 58994 
     O      -2.782695     -0.519200       1.314433 58995 
     O      -1.368810     -0.608133       1.184393 58996 
     C      -1.013693     -0.291573      -0.101738 58997 
     C       0.480054     -0.142405      -0.190034 58998 
     C       1.085950      0.552223       1.021610 58999 
     O       2.499717      0.584880       0.955527 59000 
     O       2.873132      1.411053      -0.137184 59001 
     H      -3.004360     -1.418545       1.587229 59002 
     C      -1.710792     -1.009653      -1.212216 59003 
     H      -2.779983     -0.817007      -1.193288 59004 
     H      -1.530211     -2.083578      -1.127026 59005 
     H      -1.311751     -0.670873      -2.166464 59006 
     C      -1.634977      1.652717      -0.323175 59007 
     O      -2.372279      1.836065      -1.174365 59008 
     H       2.959809      0.764629      -0.854648 59009 
     H       0.698269      0.420255      -1.102137 59010 
     O       1.010177     -1.460368      -0.352120 59011 
     O       2.302899     -1.359841      -0.940518 59012 
     H       2.871134     -1.382217      -0.157045 59013 
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     H       0.682976      1.561194       1.119370 59014 
     H       0.877734     -0.017361       1.925981 59015 
Rotational constants (GHz):    1.3314700    0.5839700    0.5370000 59016 
Vibrational harmonic frequencies (cm-1): 59017 
     i335.5673                   24.4458                   54.6570             59018 
       83.1775                  102.4347                  132.5838             59019 
      145.4803                  158.4661                  170.2928             59020 
      181.5746                  208.4245                  216.6254             59021 
      260.0665                  261.7578                  312.0473             59022 
      344.0121                  382.8862                  407.6579             59023 
      434.5169                  469.7125                  481.9676             59024 
      520.3081                  566.7054                  688.4367             59025 
      870.6348                  891.0380                  959.2833             59026 
      998.6759                 1020.6275                 1036.3685             59027 
     1059.0072                 1089.0575                 1112.6259             59028 
     1149.2899                 1224.9903                 1289.2757             59029 
     1301.7672                 1346.0969                 1364.8264             59030 
     1404.8632                 1415.3034                 1419.4476             59031 
     1439.7350                 1442.3615                 1472.7824             59032 
     1474.0106                 1487.9389                 2074.6099             59033 
     3061.8772                 3066.8719                 3088.5834             59034 
     3139.8775                 3153.2491                 3172.1724             59035 
     3752.9036                 3782.1159                 3824.6532             59036 
Zero-point correction (Hartree): 0.152626 59037 
 59038 
TS.triHPacyl.COelim.tpmmmmmppd 59039 
------------------------------ 59040 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16318951  59041 
Electronic state : 2-A 59042 
Cartesian coordinates (Angs): 59043 
     O       1.280178     -2.346920       0.243614 59044 
     O       0.460125     -1.412353      -0.434429 59045 
     C       0.412236     -0.206596       0.227585 59046 
     C      -0.560748      0.665484      -0.544998 59047 
     C      -1.940187      0.709184       0.113566 59048 
     O      -2.394404     -0.583918       0.447914 59049 
     O      -2.568903     -1.305696      -0.766364 59050 
     H       2.109358     -2.257896      -0.249303 59051 
     C       0.423420     -0.243083       1.721931 59052 
     H       1.349838     -0.668402       2.099704 59053 
     H      -0.407163     -0.856300       2.079934 59054 
     H       0.308913      0.767428       2.104577 59055 
     C       2.303062      0.627172      -0.188222 59056 
     O       2.972509     -0.146969      -0.697496 59057 
     H      -1.796550     -1.889316      -0.758551 59058 
     H      -0.659098      0.240995      -1.545454 59059 
     O      -0.088754      1.971624      -0.807975 59060 
     O       0.173748      2.625651       0.424540 59061 
     H       1.130983      2.487409       0.501198 59062 
     H      -1.893415      1.242890       1.062324 59063 
     H      -2.645551      1.208879      -0.552036 59064 
Rotational constants (GHz):    1.1025300    0.8369700    0.5805700 59065 
Vibrational harmonic frequencies (cm-1): 59066 
     i293.7092                   57.2100                   81.5665             59067 
       98.6106                  138.7390                  155.0577             59068 
      179.4137                  187.2983                  193.1161             59069 
      221.8937                  238.8584                  259.8007             59070 
      270.8414                  316.8862                  321.8370             59071 
      342.4304                  365.1339                  395.8979             59072 
      410.5002                  476.9319                  498.1492             59073 
      532.4044                  605.0725                  687.8727             59074 
      811.4403                  938.0966                  950.2272             59075 
      979.8256                 1023.7495                 1038.4941             59076 
     1055.8997                 1109.4424                 1128.8992             59077 
     1138.1527                 1216.9096                 1263.3925             59078 
     1310.0402                 1336.1099                 1380.6605             59079 
     1400.6575                 1415.1955                 1426.0776             59080 
     1429.0737                 1439.5643                 1478.9424             59081 
     1487.3482                 1496.1889                 2060.5785             59082 
     3063.4250                 3082.2615                 3103.5702             59083 
     3142.9911                 3148.0795                 3180.3679             59084 
     3742.3078                 3775.0229                 3777.9523             59085 
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Zero-point correction (Hartree): 0.153472 59086 
 59087 
TS.triHPacyl.COelim.tpmmmmpmpd 59088 
------------------------------ 59089 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16325236  59090 
Electronic state : 2-A 59091 
Cartesian coordinates (Angs): 59092 
     O       0.833886     -2.468748      -0.079765 59093 
     O       0.234331     -1.289455      -0.580203 59094 
     C       0.374040     -0.234117       0.287414 59095 
     C      -0.528552      0.886552      -0.181958 59096 
     C      -1.946925      0.745693       0.393364 59097 
     O      -2.430554     -0.572628       0.343629 59098 
     O      -2.603263     -0.912301      -1.026178 59099 
     H       1.712187     -2.425172      -0.487117 59100 
     C       0.472243     -0.508260       1.749637 59101 
     H       1.348429     -1.102141       1.996656 59102 
     H      -0.414739     -1.053776       2.083748 59103 
     H       0.528177      0.446363       2.270712 59104 
     C       2.382731      0.346874      -0.123076 59105 
     O       2.975191     -0.576430      -0.446195 59106 
     H      -1.824671     -1.466387      -1.183166 59107 
     H      -0.562388      0.902996      -1.271359 59108 
     O      -0.089970      2.141275       0.297875 59109 
     O       0.780242      2.735574      -0.648957 59110 
     H       1.642549      2.393339      -0.368311 59111 
     H      -1.932809      0.997508       1.454891 59112 
     H      -2.616839      1.428524      -0.129995 59113 
Rotational constants (GHz):    1.0590700    0.8355200    0.5662300 59114 
Vibrational harmonic frequencies (cm-1): 59115 
     i276.8210                   48.5032                   80.0568             59116 
       89.7125                  133.4236                  144.8841             59117 
      163.4646                  190.6937                  201.4680             59118 
      226.7832                  234.6538                  260.9362             59119 
      271.9390                  293.4275                  332.8835             59120 
      352.5969                  368.4609                  421.9834             59121 
      426.0286                  447.7993                  478.4970             59122 
      507.6755                  596.0217                  662.7490             59123 
      808.9981                  930.1820                  960.6397             59124 
     1014.2356                 1015.0626                 1048.7946             59125 
     1055.1265                 1100.0102                 1133.0149             59126 
     1171.5992                 1229.7359                 1271.2270             59127 
     1307.6436                 1327.1335                 1380.1543             59128 
     1398.8878                 1414.2493                 1433.5686             59129 
     1437.5244                 1444.4971                 1473.9244             59130 
     1484.8817                 1494.2806                 2053.1028             59131 
     3051.7519                 3079.7114                 3108.2685             59132 
     3132.8257                 3137.3294                 3165.7794             59133 
     3736.5422                 3771.3242                 3773.6577             59134 
Zero-point correction (Hartree): 0.153276 59135 
 59136 
TS.triHPacyl.COelim.tpmmmtmppd 59137 
------------------------------ 59138 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16225258  59139 
Electronic state : 2-A 59140 
Cartesian coordinates (Angs): 59141 
     O      -0.151665      2.808892      -0.007806 59142 
     O       0.365474      1.582578      -0.490372 59143 
     C      -0.252114      0.512831       0.118103 59144 
     C       0.285287     -0.734766      -0.555766 59145 
     C       1.454296     -1.349872       0.217720 59146 
     O       2.397937     -0.373322       0.594809 59147 
     O       2.965111      0.161832      -0.595563 59148 
     H      -0.914079      2.929692      -0.594460 59149 
     C      -0.441526      0.586201       1.598847 59150 
     H      -1.037030      1.451891       1.876878 59151 
     H       0.535736      0.672142       2.082450 59152 
     H      -0.929831     -0.318756       1.950226 59153 
     C      -2.237730      0.745270      -0.586072 59154 
     O      -2.998758      0.015033      -0.147661 59155 
     H       2.522962      1.021778      -0.649021 59156 
     H       0.629287     -0.444320      -1.549530 59157 
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     O      -0.691689     -1.715289      -0.848561 59158 
     O      -1.207745     -2.238707       0.370419 59159 
     H      -2.111076     -1.892665       0.353130 59160 
     H       1.105527     -1.775753       1.157734 59161 
     H       1.919906     -2.130132      -0.386522 59162 
Rotational constants (GHz):    1.1300700    0.8369700    0.5735000 59163 
Vibrational harmonic frequencies (cm-1): 59164 
     i292.9777                   67.5019                   95.9636             59165 
      102.5201                  117.8867                  148.1462             59166 
      149.4371                  165.9759                  181.5617             59167 
      212.3462                  216.9544                  233.3205             59168 
      287.1682                  307.0976                  327.1198             59169 
      354.2495                  362.2873                  383.4497             59170 
      397.3294                  428.5841                  485.3053             59171 
      531.1975                  600.7197                  679.0736             59172 
      802.6032                  937.9065                  950.2341             59173 
      977.4999                 1020.9894                 1035.4637             59174 
     1052.7060                 1109.8913                 1126.6157             59175 
     1140.6330                 1217.7242                 1263.9061             59176 
     1307.6178                 1332.9298                 1381.1150             59177 
     1396.9929                 1413.2077                 1423.5849             59178 
     1433.1797                 1436.7540                 1474.8897             59179 
     1486.0137                 1496.5710                 2064.8607             59180 
     3055.7473                 3079.3570                 3108.0716             59181 
     3142.2069                 3148.4234                 3181.8283             59182 
     3761.4753                 3775.7075                 3789.5507             59183 
Zero-point correction (Hartree): 0.153005 59184 
 59185 
TS.triHPacyl.COelim.tpmmmtpmpd 59186 
------------------------------ 59187 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16132318  59188 
Electronic state : 2-A 59189 
Cartesian coordinates (Angs): 59190 
     O       0.064100      2.716862      -0.396307 59191 
     O       0.443380      1.379674      -0.659453 59192 
     C      -0.205360      0.509414       0.181954 59193 
     C       0.212530     -0.895081      -0.198071 59194 
     C       1.509035     -1.315790       0.514650 59195 
     O       2.483325     -0.304580       0.524861 59196 
     O       2.897018     -0.096223      -0.819403 59197 
     H      -0.755284      2.779988      -0.912038 59198 
     C      -0.303119      0.859682       1.630509 59199 
     H      -0.840694      1.791315       1.786019 59200 
     H       0.701844      0.968928       2.047912 59201 
     H      -0.824325      0.055917       2.149128 59202 
     C      -2.197671      0.851158      -0.405858 59203 
     O      -2.996120      0.281194       0.179888 59204 
     H       2.427617      0.723190      -1.035792 59205 
     H       0.340903     -0.956463      -1.278313 59206 
     O      -0.724784     -1.868254       0.220653 59207 
     O      -1.648904     -2.094489      -0.835167 59208 
     H      -2.476583     -1.798248      -0.435219 59209 
     H       1.297167     -1.509065       1.567400 59210 
     H       1.892740     -2.225341       0.051231 59211 
Rotational constants (GHz):    1.1341100    0.7993000    0.5669300 59212 
Vibrational harmonic frequencies (cm-1): 59213 
     i291.6596                   49.6827                   71.2731             59214 
       91.4622                  124.6903                  143.0359             59215 
      158.3179                  172.8774                  184.6153             59216 
      214.9741                  223.3320                  234.8408             59217 
      273.2517                  294.5722                  324.6415             59218 
      354.4017                  362.8921                  366.0589             59219 
      429.1289                  452.2711                  470.3389             59220 
      506.6602                  592.6437                  658.4042             59221 
      805.5851                  929.6182                  961.3853             59222 
     1008.7013                 1014.4231                 1042.3404             59223 
     1054.4068                 1101.8020                 1132.4494             59224 
     1164.1986                 1227.5589                 1266.9700             59225 
     1302.2099                 1325.7559                 1379.0315             59226 
     1395.9626                 1414.2090                 1420.9589             59227 
     1427.9443                 1438.3907                 1471.9604             59228 
     1483.1109                 1496.3733                 2062.3561             59229 
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     3051.5396                 3078.1522                 3113.7829             59230 
     3131.7545                 3136.6157                 3166.4322             59231 
     3749.7923                 3768.8147                 3817.9621             59232 
Zero-point correction (Hartree): 0.152858 59233 
 59234 
TS.triHPacyl.COelim.tpppmmtpmd 59235 
------------------------------ 59236 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16068598  59237 
Electronic state : 2-A 59238 
Cartesian coordinates (Angs): 59239 
     O       2.643162     -1.492834      -0.179081 59240 
     O       1.481994     -0.921914      -0.753092 59241 
     C       0.790532     -0.178796       0.169206 59242 
     C      -0.398299      0.407750      -0.554962 59243 
     C      -1.352206     -0.659110      -1.099061 59244 
     O      -1.954203     -1.440232      -0.086925 59245 
     O      -2.981268     -0.665539       0.525796 59246 
     H       3.314456     -0.841503      -0.431246 59247 
     C       0.653472     -0.703105       1.559027 59248 
     H       1.629355     -0.884014       2.001902 59249 
     H       0.091948     -1.641380       1.556268 59250 
     H       0.125171      0.033975       2.159751 59251 
     C       2.040195      1.510822       0.421949 59252 
     O       3.004839      1.388401      -0.180560 59253 
     H      -2.544280     -0.368976       1.336497 59254 
     H      -0.040926      1.001655      -1.403935 59255 
     O      -1.033202      1.259352       0.384075 59256 
     O      -2.067397      1.954324      -0.287720 59257 
     H      -2.821362      1.357494      -0.154262 59258 
     H      -2.122830     -0.204443      -1.722919 59259 
     H      -0.785102     -1.370642      -1.698964 59260 
Rotational constants (GHz):    1.4608300    0.6404800    0.5282300 59261 
Vibrational harmonic frequencies (cm-1): 59262 
     i299.9552                   23.5980                   40.5837             59263 
       73.8904                  133.3599                  146.2754             59264 
      159.9478                  178.9751                  206.9733             59265 
      211.2510                  224.6683                  232.4923             59266 
      262.8996                  289.3250                  331.6677             59267 
      359.1982                  379.2957                  409.3818             59268 
      419.8077                  459.9507                  500.4900             59269 
      547.9315                  622.1278                  759.0035             59270 
      816.2217                  879.5818                  948.7486             59271 
      972.3093                 1026.0997                 1037.9704             59272 
     1060.1273                 1080.5915                 1114.7206             59273 
     1168.5666                 1237.6256                 1289.0178             59274 
     1322.0013                 1342.7241                 1377.9657             59275 
     1400.0068                 1406.6082                 1413.9869             59276 
     1430.2191                 1454.0585                 1476.9763             59277 
     1480.8687                 1489.0112                 2050.5348             59278 
     3042.0941                 3052.6104                 3084.6175             59279 
     3138.8443                 3142.1698                 3171.2348             59280 
     3738.7985                 3774.2988                 3787.9946             59281 
Zero-point correction (Hartree): 0.153053 59282 
 59283 
TS.triHPacyl.COelim.tpppmttpmd 59284 
------------------------------ 59285 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16113197  59286 
Electronic state : 2-A 59287 
Cartesian coordinates (Angs): 59288 
     O       2.754408     -1.546292      -0.224151 59289 
     O       1.455672     -1.266913      -0.717836 59290 
     C       0.867853     -0.276354       0.026655 59291 
     C      -0.372793      0.150699      -0.718563 59292 
     C      -1.403422     -0.970711      -0.866977 59293 
     O      -1.925423     -1.422506       0.366068 59294 
     O      -2.860299     -0.456230       0.838126 59295 
     H       3.286342     -0.926497      -0.745149 59296 
     C       0.857973     -0.417872       1.512990 59297 
     H       1.864989     -0.585477       1.886159 59298 
     H       0.229200     -1.264274       1.802702 59299 
     H       0.463525      0.493083       1.959053 59300 
     C       2.157866      1.336800      -0.285157 59301 
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     O       2.148966      2.140889       0.521611 59302 
     H      -2.335427      0.015907       1.499818 59303 
     H      -0.081694      0.474839      -1.723683 59304 
     O      -0.885644      1.257132       0.007285 59305 
     O      -1.965190      1.801186      -0.728956 59306 
     H      -2.716554      1.303032      -0.368634 59307 
     H      -2.218605     -0.659219      -1.521599 59308 
     H      -0.916559     -1.844894      -1.299527 59309 
Rotational constants (GHz):    1.2810400    0.6963700    0.5487300 59310 
Vibrational harmonic frequencies (cm-1): 59311 
     i310.0748                   26.0990                   45.3821             59312 
       68.5277                  114.5574                  136.3949             59313 
      156.2286                  170.5456                  195.8394             59314 
      201.3746                  222.7987                  226.8163             59315 
      275.7366                  288.6427                  317.1053             59316 
      336.7555                  377.1841                  393.9321             59317 
      410.3130                  466.6471                  495.6818             59318 
      550.6690                  619.7122                  754.7805             59319 
      814.8673                  879.1427                  951.2141             59320 
      972.3968                 1018.4588                 1036.3306             59321 
     1055.7493                 1079.7328                 1114.0689             59322 
     1166.4001                 1235.9834                 1289.6183             59323 
     1317.5672                 1346.8102                 1379.4987             59324 
     1399.1851                 1405.4173                 1412.6336             59325 
     1419.5758                 1456.6881                 1477.9458             59326 
     1480.0764                 1489.1226                 2090.1975             59327 
     3047.7418                 3051.3906                 3082.0600             59328 
     3136.8703                 3139.1974                 3172.0525             59329 
     3730.2330                 3772.7453                 3788.3156             59330 
Zero-point correction (Hartree): 0.152776 59331 
 59332 
TS.triHPacyl.COelim.tpppmttppd 59333 
------------------------------ 59334 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15950336  59335 
Electronic state : 2-A 59336 
Cartesian coordinates (Angs): 59337 
     O       2.752311     -1.584673      -0.233890 59338 
     O       1.461430     -1.275219      -0.730365 59339 
     C       0.884212     -0.287585       0.028609 59340 
     C      -0.350102      0.164239      -0.712443 59341 
     C      -1.405574     -0.936581      -0.839903 59342 
     O      -1.948437     -1.340179       0.402668 59343 
     O      -2.929021     -0.380489       0.791243 59344 
     H       3.295265     -0.952158      -0.727526 59345 
     C       0.871328     -0.446913       1.512020 59346 
     H       1.881801     -0.570850       1.893159 59347 
     H       0.277964     -1.322881       1.785942 59348 
     H       0.419587      0.434002       1.961938 59349 
     C       2.197840      1.312483      -0.267350 59350 
     O       2.221627      2.096580       0.558486 59351 
     H      -3.722657     -0.928606       0.819492 59352 
     H      -0.056284      0.454384      -1.728117 59353 
     O      -0.817322      1.294000      -0.004350 59354 
     O      -1.926607      1.825521      -0.704844 59355 
     H      -2.657085      1.423739      -0.210103 59356 
     H      -2.206502     -0.623711      -1.510347 59357 
     H      -0.930146     -1.832101      -1.241616 59358 
Rotational constants (GHz):    1.2988000    0.6810100    0.5387600 59359 
Vibrational harmonic frequencies (cm-1): 59360 
     i307.9856                   19.2920                   46.7953             59361 
       63.4192                  109.2629                  131.1323             59362 
      150.3801                  171.2323                  182.2924             59363 
      192.8717                  212.0862                  223.6536             59364 
      266.2968                  280.6928                  298.7774             59365 
      314.3849                  335.1537                  388.9432             59366 
      396.2148                  466.6241                  482.1327             59367 
      505.8391                  619.2637                  750.5138             59368 
      810.9228                  876.7142                  949.1721             59369 
      977.3678                 1019.9322                 1035.1474             59370 
     1056.7522                 1082.1041                 1111.1568             59371 
     1174.4979                 1232.3504                 1293.0184             59372 
     1321.0679                 1348.8012                 1381.4642             59373 
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     1392.7479                 1408.5992                 1416.1439             59374 
     1419.7247                 1452.7112                 1470.4096             59375 
     1476.0693                 1484.5437                 2090.2912             59376 
     3038.1531                 3057.9625                 3082.4530             59377 
     3137.2260                 3141.0006                 3176.2323             59378 
     3754.9041                 3771.7548                 3826.8956             59379 
Zero-point correction (Hartree): 0.152354 59380 
 59381 
TS.triHPacyl.COelim.tptmmmmmpd 59382 
------------------------------ 59383 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16037006  59384 
Electronic state : 2-A 59385 
Cartesian coordinates (Angs): 59386 
     O      -2.717365      1.256978       0.830092 59387 
     O      -1.433512      1.212939       0.236442 59388 
     C      -0.902833     -0.054657       0.263771 59389 
     C       0.455764      0.026741      -0.403748 59390 
     C       1.347828      1.111285       0.200245 59391 
     O       2.533679      1.307298      -0.544043 59392 
     O       3.434358      0.238365      -0.265976 59393 
     H      -3.287228      1.105170       0.061231 59394 
     C      -1.142328     -0.914865       1.456636 59395 
     H      -2.204833     -0.965982       1.678989 59396 
     H      -0.622078     -0.519631       2.333964 59397 
     H      -0.761791     -1.911677       1.253676 59398 
     C      -2.036259     -1.048418      -1.225096 59399 
     O      -2.990468     -0.461724      -1.461101 59400 
     H       3.371607     -0.283787      -1.077403 59401 
     H       0.311885      0.273114      -1.460399 59402 
     O       1.091281     -1.237535      -0.461899 59403 
     O       1.578890     -1.590117       0.825743 59404 
     H       2.468092     -1.201027       0.801604 59405 
     H       0.831014      2.067530       0.138626 59406 
     H       1.585410      0.906137       1.244801 59407 
Rotational constants (GHz):    1.5567900    0.5557100    0.5166400 59408 
Vibrational harmonic frequencies (cm-1): 59409 
     i293.3690                   31.6492                   38.7100             59410 
       92.5642                  122.9143                  158.7948             59411 
      169.8667                  184.5900                  195.0638             59412 
      216.9976                  222.1924                  263.0756             59413 
      271.5700                  308.1898                  341.4884             59414 
      361.0882                  375.0461                  379.0007             59415 
      412.9538                  480.7340                  500.7002             59416 
      576.3607                  628.9428                  692.8574             59417 
      832.4910                  895.4232                  947.8299             59418 
      989.2522                  997.6793                 1040.7648             59419 
     1047.7250                 1112.2655                 1117.8722             59420 
     1148.1933                 1239.3968                 1284.9469             59421 
     1313.7518                 1326.6061                 1381.2947             59422 
     1398.6529                 1411.2005                 1413.8833             59423 
     1433.9286                 1453.9474                 1475.9894             59424 
     1478.6236                 1487.3109                 2043.2541             59425 
     3048.2909                 3059.5443                 3092.3738             59426 
     3142.7927                 3154.1752                 3186.3814             59427 
     3724.7390                 3770.2043                 3799.7458             59428 
Zero-point correction (Hartree): 0.153266 59429 
 59430 
TS.triHPacyl.COelim.tptmmtmmpd 59431 
------------------------------ 59432 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16089342  59433 
Electronic state : 2-A 59434 
Cartesian coordinates (Angs): 59435 
     O       2.780523     -1.658958       0.190298 59436 
     O       1.410479     -1.482850      -0.119203 59437 
     C       0.997084     -0.214035       0.205900 59438 
     C      -0.381071     -0.029928      -0.397818 59439 
     C      -1.337466     -1.167604      -0.037146 59440 
     O      -2.555899     -1.089859      -0.749013 59441 
     O      -3.361402     -0.065850      -0.170976 59442 
     H       3.198490     -1.179257      -0.543111 59443 
     C       1.340601      0.327143       1.553316 59444 
     H       2.402772      0.201504       1.746640 59445 
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     H       0.778025     -0.196042       2.331516 59446 
     H       1.078913      1.381215       1.597987 59447 
     C       2.203505      0.930858      -1.040157 59448 
     O       1.965909      2.045273      -1.070752 59449 
     H      -3.294831      0.631917      -0.836979 59450 
     H      -0.286085     -0.020011      -1.488607 59451 
     O      -0.917752      1.250119      -0.115572 59452 
     O      -1.338443      1.306021       1.240673 59453 
     H      -2.255069      0.994115       1.164301 59454 
     H      -0.898272     -2.111428      -0.355941 59455 
     H      -1.527173     -1.211775       1.035972 59456 
Rotational constants (GHz):    1.3609100    0.6228500    0.5298900 59457 
Vibrational harmonic frequencies (cm-1): 59458 
     i309.1965                    7.3678                   52.5030             59459 
       87.1596                  117.3070                  144.0029             59460 
      159.4313                  193.9037                  198.3325             59461 
      221.4257                  227.0981                  254.5159             59462 
      284.6143                  324.4467                  330.6412             59463 
      338.6748                  377.4100                  380.4296             59464 
      406.3796                  481.5426                  502.0201             59465 
      575.3429                  629.1744                  687.6852             59466 
      830.8802                  895.3471                  948.5852             59467 
      990.7180                  998.8682                 1037.1270             59468 
     1042.9688                 1112.0715                 1117.3483             59469 
     1147.0923                 1242.9088                 1285.8100             59470 
     1306.9112                 1323.8624                 1380.0458             59471 
     1396.8410                 1410.0158                 1411.3382             59472 
     1436.6261                 1456.6549                 1474.3250             59473 
     1477.2468                 1485.8694                 2083.4444             59474 
     3050.4552                 3057.0794                 3091.6251             59475 
     3139.3941                 3153.3344                 3180.3190             59476 
     3722.8090                 3736.6409                 3799.3046             59477 
Zero-point correction (Hartree): 0.153105 59478 
 59479 
TS.triHPacyl.COelim.tptpmttpmd 59480 
------------------------------ 59481 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16021833  59482 
Electronic state : 2-A 59483 
Cartesian coordinates (Angs): 59484 
     O       2.703605     -1.691389      -0.436420 59485 
     O       1.303677     -1.463890      -0.479971 59486 
     C       0.997458     -0.307708       0.190127 59487 
     C      -0.450655      0.000107      -0.094260 59488 
     C      -1.375919     -1.044751       0.528289 59489 
     O      -2.740047     -0.687365       0.425361 59490 
     O      -3.096790     -0.715765      -0.947971 59491 
     H       2.975772     -1.320066      -1.287931 59492 
     C       1.542989     -0.122577       1.567844 59493 
     H       2.627746     -0.188528       1.561786 59494 
     H       1.157782     -0.896273       2.238983 59495 
     H       1.247253      0.854420       1.943887 59496 
     C       1.998173      1.153890      -0.924799 59497 
     O       2.397399      2.039208      -0.330005 59498 
     H      -2.916163      0.197448      -1.220002 59499 
     H      -0.588161      0.036621      -1.177398 59500 
     O      -0.689777      1.291032       0.449149 59501 
     O      -1.858437      1.821649      -0.160313 59502 
     H      -2.530902      1.617099       0.505363 59503 
     H      -1.201372     -2.019692       0.069676 59504 
     H      -1.201262     -1.102639       1.603779 59505 
Rotational constants (GHz):    1.3466500    0.6202800    0.5019500 59506 
Vibrational harmonic frequencies (cm-1): 59507 
     i307.6225                   23.8374                   47.4637             59508 
       89.7747                   99.6856                  116.6160             59509 
      147.5725                  163.3061                  180.8630             59510 
      197.0950                  217.6509                  225.6822             59511 
      269.4241                  273.1843                  295.8938             59512 
      356.6797                  376.1478                  404.0582             59513 
      414.8559                  457.8608                  490.8374             59514 
      522.2454                  557.7280                  683.3087             59515 
      866.1471                  896.0762                  957.2677             59516 
     1000.4457                 1015.6446                 1043.9012             59517 
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     1048.9789                 1100.2238                 1137.3989             59518 
     1143.2919                 1237.1214                 1298.7583             59519 
     1313.4399                 1339.2660                 1379.9181             59520 
     1407.6284                 1412.4742                 1413.4956             59521 
     1426.5294                 1443.1277                 1468.9801             59522 
     1475.5542                 1490.2557                 2091.6057             59523 
     3044.5063                 3074.6011                 3082.6744             59524 
     3134.5085                 3137.7271                 3176.6684             59525 
     3751.2009                 3783.5131                 3786.3420             59526 
Zero-point correction (Hartree): 0.152617 59527 
 59528 
TS.triHPacyl.COelim.ttppmmtpmd 59529 
------------------------------ 59530 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16335179  59531 
Electronic state : 2-A 59532 
Cartesian coordinates (Angs): 59533 
     O      -3.082136     -0.380910      -0.405780 59534 
     O      -1.768913     -0.827548      -0.681685 59535 
     C      -0.848321      0.174362      -0.517739 59536 
     C       0.497179     -0.388905      -0.906805 59537 
     C       1.585949      0.664758      -1.053480 59538 
     O       1.769393      1.490047       0.075070 59539 
     O       2.322686      0.695635       1.116148 59540 
     H      -3.191598     -0.671597       0.511552 59541 
     C      -1.230983      1.560131      -0.924282 59542 
     H      -2.199099      1.824491      -0.509961 59543 
     H      -1.299838      1.631888      -2.014832 59544 
     H      -0.484409      2.264392      -0.566087 59545 
     C      -0.719379      0.345496       1.585952 59546 
     O      -1.686835     -0.020028       2.073100 59547 
     H       1.522684      0.490092       1.629465 59548 
     H       0.403138     -0.895777      -1.877297 59549 
     O       0.785518     -1.371980       0.084806 59550 
     O       2.045039     -1.950089      -0.192501 59551 
     H       2.626863     -1.395112       0.351097 59552 
     H       2.525999      0.183982      -1.324080 59553 
     H       1.311572      1.351574      -1.854987 59554 
Rotational constants (GHz):    1.3139200    0.6808900    0.6601000 59555 
Vibrational harmonic frequencies (cm-1): 59556 
     i313.1538                   51.6230                   99.0816             59557 
      118.2952                  130.0273                  153.6453             59558 
      165.3275                  174.6285                  204.1838             59559 
      237.2867                  238.7281                  254.7306             59560 
      281.3998                  324.5428                  330.4773             59561 
      364.1371                  379.0797                  408.5347             59562 
      477.5716                  478.8598                  504.8185             59563 
      550.9224                  612.5180                  739.3691             59564 
      845.8721                  874.9555                  950.8875             59565 
      978.8516                 1018.3767                 1046.9678             59566 
     1049.7968                 1088.6214                 1123.9524             59567 
     1168.8525                 1230.7544                 1289.0832             59568 
     1302.1282                 1357.3961                 1382.5006             59569 
     1406.7222                 1410.4937                 1433.9860             59570 
     1439.2735                 1450.3503                 1477.1496             59571 
     1493.3921                 1496.8816                 2058.0930             59572 
     3011.3882                 3037.6584                 3091.3553             59573 
     3135.9136                 3143.1138                 3184.8415             59574 
     3690.1394                 3735.0366                 3780.2743             59575 
Zero-point correction (Hartree): 0.153696 59576 
 59577 
TS.triHPacyl.COelim.ttppmttpmd 59578 
------------------------------ 59579 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16261168  59580 
Electronic state : 2-A 59581 
Cartesian coordinates (Angs): 59582 
     O      -3.247507      0.379679      -0.217043 59583 
     O      -2.027580      1.000512       0.135197 59584 
     C      -1.061631      0.062941       0.399005 59585 
     C       0.233390      0.815704       0.606101 59586 
     C       1.292756      0.047754       1.381886 59587 
     O       1.694585     -1.162707       0.777495 59588 
     O       2.537801     -0.845845      -0.325151 59589 
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     H      -3.079832      0.152762      -1.145603 59590 
     C      -1.428130     -1.078891       1.293181 59591 
     H      -2.361652     -1.527664       0.966443 59592 
     H      -1.565179     -0.725500       2.320350 59593 
     H      -0.641503     -1.830415       1.279212 59594 
     C      -0.928342     -0.901082      -1.442173 59595 
     O      -0.019335     -1.570507      -1.620904 59596 
     H       1.953089     -1.054952      -1.069170 59597 
     H       0.011450      1.733407       1.167738 59598 
     O       0.668815      1.185021      -0.699232 59599 
     O       1.825176      1.990520      -0.575670 59600 
     H       2.525514      1.322656      -0.648402 59601 
     H       2.162280      0.682808       1.551099 59602 
     H       0.891934     -0.245035       2.352803 59603 
Rotational constants (GHz):    1.3201700    0.7131700    0.6580100 59604 
Vibrational harmonic frequencies (cm-1): 59605 
     i328.5681                   77.6765                   96.4360             59606 
      122.5099                  137.8783                  153.3169             59607 
      157.4500                  182.8283                  215.6965             59608 
      224.1427                  230.2289                  252.7515             59609 
      281.0711                  326.9556                  344.9792             59610 
      359.4080                  371.9162                  412.4339             59611 
      445.8099                  467.1625                  489.9271             59612 
      552.7886                  611.8289                  735.0300             59613 
      841.7830                  876.2378                  949.3504             59614 
      980.8662                 1019.1475                 1044.0105             59615 
     1049.0402                 1080.4776                 1122.1933             59616 
     1166.3167                 1223.2660                 1283.7128             59617 
     1302.8843                 1353.5888                 1385.8407             59618 
     1403.4930                 1407.0586                 1431.2466             59619 
     1439.1331                 1447.2907                 1475.8875             59620 
     1490.6644                 1496.7180                 2059.7451             59621 
     3012.4139                 3039.8487                 3091.3444             59622 
     3135.5113                 3137.1004                 3179.3286             59623 
     3740.6907                 3744.2986                 3770.0065             59624 
Zero-point correction (Hartree): 0.153618 59625 
 59626 
 59627 
 59628 
(2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 59629 
========================================================== 59630 
 59631 
triHPacyl.mmmmmmtmpu 59632 
-------------------- 59633 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17432340  59634 
Electronic state : 2-A 59635 
Cartesian coordinates (Angs): 59636 
     O      -2.264666     -1.032644       1.358050 59637 
     O      -1.848404      0.203983       0.778097 59638 
     C      -0.977098     -0.087491      -0.303745 59639 
     C       0.266246     -0.828987       0.206875 59640 
     C       0.957825     -0.091659       1.342664 59641 
     O       1.333805      1.229672       1.011888 59642 
     O       2.426751      1.166511       0.100293 59643 
     H      -3.215940     -1.002323       1.198286 59644 
     C      -1.677177     -0.833209      -1.432290 59645 
     H      -2.582529     -0.296535      -1.712480 59646 
     H      -1.931286     -1.836151      -1.095021 59647 
     H      -1.020724     -0.912536      -2.295153 59648 
     C      -0.593153      1.293099      -0.873705 59649 
     O      -1.235142      2.268879      -0.858771 59650 
     H       1.978088      1.316373      -0.746964 59651 
     H      -0.043642     -1.810866       0.575701 59652 
     O       1.078661     -0.991958      -0.945783 59653 
     O       2.262983     -1.671300      -0.575532 59654 
     H       2.848330     -0.924858      -0.367989 59655 
     H       0.251923      0.023701       2.164934 59656 
     H       1.824012     -0.652452       1.693953 59657 
Rotational constants (GHz):    1.2087100    0.7811500    0.6849000 59658 
Vibrational harmonic frequencies (cm-1): 59659 
       47.4079                  102.3708                  103.8136             59660 
      131.2776                  152.8255                  180.8859             59661 
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      185.6678                  206.7562                  221.8861             59662 
      236.9128                  249.2872                  294.4187             59663 
      313.6819                  344.6525                  375.8483             59664 
      403.9394                  436.9919                  474.6563             59665 
      503.2881                  548.1020                  559.5050             59666 
      629.3448                  723.7792                  765.6036             59667 
      872.1202                  894.0890                  953.6614             59668 
      977.5983                 1016.8696                 1046.9968             59669 
     1050.0549                 1115.1485                 1139.3198             59670 
     1157.2653                 1195.6013                 1245.1530             59671 
     1295.4668                 1369.2444                 1383.3419             59672 
     1392.7971                 1399.6640                 1409.6710             59673 
     1431.2797                 1450.8679                 1477.9984             59674 
     1490.2312                 1497.8311                 1991.4374             59675 
     3072.5579                 3079.2719                 3093.6935             59676 
     3145.9584                 3160.1565                 3172.9064             59677 
     3729.1503                 3745.0101                 3827.2952             59678 
Zero-point correction (Hartree): 0.155992 59679 
 59680 
triHPacyl.mmmmmttmpu 59681 
-------------------- 59682 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17614486  59683 
Electronic state : 2-A 59684 
Cartesian coordinates (Angs): 59685 
     O       2.604342     -1.174820      -0.691282 59686 
     O       1.948285      0.064351      -0.931268 59687 
     C       1.065074      0.313045       0.158641 59688 
     C       0.002750     -0.799977       0.222266 59689 
     C      -0.738325     -0.975127      -1.093539 59690 
     O      -1.376591      0.201590      -1.545893 59691 
     O      -2.499869      0.452377      -0.708246 59692 
     H       3.524757     -0.892719      -0.627728 59693 
     C       1.802945      0.500680       1.475324 59694 
     H       2.563670      1.272518       1.365745 59695 
     H       2.275230     -0.437571       1.760142 59696 
     H       1.099728      0.791999       2.251197 59697 
     C       0.444566      1.666104      -0.224018 59698 
     O      -0.389506      2.254776       0.354648 59699 
     H      -2.172540      1.182265      -0.157006 59700 
     H       0.516031     -1.739570       0.450911 59701 
     O      -0.833961     -0.439789       1.308184 59702 
     O      -1.858397     -1.407553       1.431826 59703 
     H      -2.550711     -1.014240       0.875568 59704 
     H      -0.014084     -1.208837      -1.873532 59705 
     H      -1.458570     -1.789656      -1.021093 59706 
Rotational constants (GHz):    1.2638700    0.7706100    0.7404500 59707 
Vibrational harmonic frequencies (cm-1): 59708 
       60.3244                  117.8786                  131.1070             59709 
      153.4955                  162.0485                  186.3290             59710 
      205.7044                  221.5460                  226.7057             59711 
      239.4721                  245.3035                  287.7869             59712 
      326.8478                  338.4230                  366.0719             59713 
      412.6137                  450.7162                  467.1555             59714 
      481.8886                  532.1610                  564.0572             59715 
      616.6912                  713.9756                  777.2012             59716 
      869.7285                  896.7102                  952.3705             59717 
      976.9969                 1038.3318                 1044.4609             59718 
     1053.7518                 1119.1185                 1143.9266             59719 
     1163.9151                 1203.4521                 1226.3796             59720 
     1295.0105                 1358.7470                 1376.5332             59721 
     1398.0617                 1405.3974                 1406.4251             59722 
     1445.7908                 1456.4187                 1478.2459             59723 
     1488.8831                 1498.1993                 1973.0410             59724 
     3059.6426                 3078.4214                 3096.2964             59725 
     3147.7086                 3156.9677                 3175.7100             59726 
     3720.8712                 3730.7955                 3829.4313             59727 
Zero-point correction (Hartree): 0.156171 59728 
 59729 
triHPacyl.mpmmptpmpu 59730 
-------------------- 59731 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17387377  59732 
Electronic state : 2-A 59733 
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Cartesian coordinates (Angs): 59734 
     O       0.237456      1.935165      -1.082096 59735 
     O      -0.610594      0.815212      -1.256545 59736 
     C      -1.094398      0.348997       0.000084 59737 
     C      -0.107386     -0.597466       0.717209 59738 
     C       1.116615      0.026657       1.382057 59739 
     O       2.036636      0.664759       0.513066 59740 
     O       3.064807     -0.240706       0.156500 59741 
     H       1.074431      1.539965      -0.768363 59742 
     C      -1.630191      1.466537       0.877279 59743 
     H      -2.399604      2.014227       0.335881 59744 
     H      -0.838365      2.162929       1.137663 59745 
     H      -2.065192      1.042348       1.781070 59746 
     C      -2.294320     -0.543249      -0.413352 59747 
     O      -2.987231     -1.128736       0.323257 59748 
     H       2.622547     -0.775862      -0.527744 59749 
     H      -0.680889     -1.052784       1.531538 59750 
     O       0.182150     -1.724673      -0.098129 59751 
     O       1.013054     -1.365620      -1.196994 59752 
     H       0.424196     -0.835203      -1.759396 59753 
     H       0.780597      0.795857       2.079372 59754 
     H       1.650137     -0.743546       1.937854 59755 
Rotational constants (GHz):    1.4056300    0.7619300    0.6666700 59756 
Vibrational harmonic frequencies (cm-1): 59757 
       34.8183                   65.7642                  104.9346             59758 
      150.3992                  183.8709                  194.3784             59759 
      220.0960                  232.3659                  256.8731             59760 
      267.4256                  292.2988                  315.3126             59761 
      330.5498                  351.5391                  434.2793             59762 
      448.2923                  455.6147                  500.8455             59763 
      535.9319                  609.3691                  626.3479             59764 
      664.4521                  692.9089                  789.0111             59765 
      869.7759                  911.9819                  941.0515             59766 
      956.3082                 1022.2083                 1039.9360             59767 
     1066.6279                 1120.4382                 1126.4834             59768 
     1159.9436                 1184.3123                 1235.4789             59769 
     1314.4531                 1349.8050                 1370.9374             59770 
     1402.1249                 1407.4665                 1460.3395             59771 
     1464.0226                 1479.5783                 1481.1963             59772 
     1506.7260                 1511.7148                 1994.6618             59773 
     3064.6882                 3081.3447                 3085.8223             59774 
     3139.2896                 3157.8389                 3177.2329             59775 
     3580.7968                 3639.3364                 3711.2022             59776 
Zero-point correction (Hartree): 0.156676 59777 
 59778 
triHPacyl.pmmmpmpppu 59779 
-------------------- 59780 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17464676  59781 
Electronic state : 2-A 59782 
Cartesian coordinates (Angs): 59783 
     O      -1.915797     -1.096562      -1.111046 59784 
     O      -2.026857      0.237107      -0.641758 59785 
     C      -0.832827      0.602585       0.028831 59786 
     C       0.365440      0.575149      -0.948310 59787 
     C       0.991921     -0.796864      -1.236425 59788 
     O       1.001362     -1.730656      -0.178500 59789 
     O       2.060278     -1.416676       0.717575 59790 
     H      -2.278309     -1.599682      -0.366572 59791 
     C      -1.103125      2.008577       0.546751 59792 
     H      -2.020544      2.000921       1.131910 59793 
     H      -1.219820      2.680914      -0.300950 59794 
     H      -0.273341      2.348012       1.159037 59795 
     C      -0.655258     -0.300950       1.267990 59796 
     O      -1.469672     -1.005919       1.730976 59797 
     H       1.564710     -1.094645       1.488260 59798 
     H      -0.043648      0.936267      -1.895797 59799 
     O       1.328685      1.572011      -0.661572 59800 
     O       1.864949      1.373847       0.637585 59801 
     H       2.522711      0.676173       0.494462 59802 
     H       0.399670     -1.296003      -1.999879 59803 
     H       2.008086     -0.648163      -1.609581 59804 
Rotational constants (GHz):    1.1504600    0.9081900    0.7565200 59805 
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Vibrational harmonic frequencies (cm-1): 59806 
       61.2117                  105.8553                  130.2165             59807 
      147.4851                  155.0543                  198.4700             59808 
      204.9054                  215.0049                  228.9494             59809 
      235.6362                  245.1735                  296.6513             59810 
      326.9696                  362.6105                  387.8292             59811 
      420.7053                  429.6386                  441.8759             59812 
      530.6702                  551.4603                  556.5081             59813 
      639.5181                  724.0003                  774.4383             59814 
      820.4049                  929.3973                  950.5004             59815 
      985.0144                 1023.1138                 1049.1241             59816 
     1061.8190                 1126.1892                 1130.1158             59817 
     1169.5842                 1186.8462                 1225.1096             59818 
     1305.8066                 1354.3408                 1375.7174             59819 
     1403.2871                 1409.7106                 1422.0969             59820 
     1434.2454                 1455.8537                 1472.1281             59821 
     1489.6517                 1494.8986                 1971.0222             59822 
     3073.7479                 3083.3092                 3086.1679             59823 
     3155.8368                 3164.6508                 3188.6580             59824 
     3718.1080                 3752.8036                 3768.0915             59825 
Zero-point correction (Hartree): 0.156301 59826 
 59827 
triHPacyl.pmmmpmtmpu 59828 
-------------------- 59829 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17810022  59830 
Electronic state : 2-A 59831 
Cartesian coordinates (Angs): 59832 
     O      -1.928448     -1.035098      -1.227204 59833 
     O      -1.938647      0.346787      -0.909415 59834 
     C      -0.897358      0.666086      -0.006012 59835 
     C       0.487636      0.622329      -0.673276 59836 
     C       0.943277     -0.759111      -1.116893 59837 
     O       0.898608     -1.720852      -0.081502 59838 
     O       1.961698     -1.446534       0.827297 59839 
     H      -2.498458     -1.402462      -0.535445 59840 
     C      -1.238281      2.073412       0.474513 59841 
     H      -2.237796      2.073707       0.904047 59842 
     H      -1.214082      2.747869      -0.380153 59843 
     H      -0.515115      2.407398       1.212243 59844 
     C      -0.950380     -0.241582       1.239929 59845 
     O      -1.863969     -0.887441       1.588745 59846 
     H       1.492504     -0.984739       1.539965 59847 
     H       0.447780      1.273279      -1.553452 59848 
     O       1.349359      1.195929       0.304641 59849 
     O       2.676191      1.198648      -0.183313 59850 
     H       3.003870      0.351299       0.159256 59851 
     H       0.264814     -1.138290      -1.876304 59852 
     H       1.948770     -0.706363      -1.533707 59853 
Rotational constants (GHz):    1.2720700    0.8149400    0.6959400 59854 
Vibrational harmonic frequencies (cm-1): 59855 
       58.7778                   97.9658                  133.7427             59856 
      150.8845                  175.3798                  191.7221             59857 
      209.1570                  219.9166                  224.9829             59858 
      263.7764                  297.9253                  311.1794             59859 
      341.7180                  390.1298                  393.1293             59860 
      418.2349                  431.1083                  450.7395             59861 
      491.7553                  552.2919                  582.4851             59862 
      651.5293                  729.5685                  763.7552             59863 
      869.7571                  912.9730                  940.9844             59864 
      971.3345                 1042.0350                 1049.6249             59865 
     1057.0748                 1113.2565                 1125.1024             59866 
     1174.7563                 1192.5739                 1233.0327             59867 
     1292.3626                 1357.5752                 1381.1124             59868 
     1404.5130                 1410.7239                 1429.4051             59869 
     1433.8795                 1449.1252                 1480.8308             59870 
     1490.1052                 1496.4448                 1976.8227             59871 
     3052.2768                 3083.0212                 3103.6415             59872 
     3161.0602                 3171.4981                 3186.3605             59873 
     3732.9687                 3743.5301                 3772.1431             59874 
Zero-point correction (Hartree): 0.156792 59875 
 59876 
triHPacyl.pmmmptpppu 59877 
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-------------------- 59878 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17417989  59879 
Electronic state : 2-A 59880 
Cartesian coordinates (Angs): 59881 
     O      -1.911384     -1.740805      -0.352870 59882 
     O      -2.231778     -0.369237      -0.191217 59883 
     C      -1.046118      0.355862       0.092307 59884 
     C      -0.062585      0.234313      -1.104250 59885 
     C       0.796858     -1.035868      -1.169947 59886 
     O       1.219487     -1.584293       0.060947 59887 
     O       2.367948     -0.881276       0.516721 59888 
     H      -1.922188     -2.061118       0.561613 59889 
     C      -1.513868      1.789016       0.300150 59890 
     H      -2.281219      1.810654       1.071296 59891 
     H      -1.932091      2.162953      -0.632497 59892 
     H      -0.672919      2.409080       0.594675 59893 
     C      -0.510884     -0.165552       1.443852 59894 
     O       0.324262      0.275944       2.139316 59895 
     H       2.038797     -0.497621       1.346327 59896 
     H      -0.712823      0.216535      -1.983830 59897 
     O       0.681930      1.413547      -1.322163 59898 
     O       1.476347      1.697239      -0.181365 59899 
     H       2.219073      1.079680      -0.271579 59900 
     H       0.204017     -1.834170      -1.609138 59901 
     H       1.664435     -0.841579      -1.804494 59902 
Rotational constants (GHz):    1.1502300    0.9144700    0.7985800 59903 
Vibrational harmonic frequencies (cm-1): 59904 
       73.8842                  109.6351                  154.6382             59905 
      164.3141                  176.5269                  205.5215             59906 
      215.7941                  225.2190                  235.5984             59907 
      238.8326                  264.4081                  274.0389             59908 
      293.8789                  335.1084                  366.6905             59909 
      400.4044                  435.9278                  482.9440             59910 
      506.9845                  553.2327                  558.2443             59911 
      622.5935                  657.6211                  770.5848             59912 
      821.7925                  939.5608                  950.7373             59913 
      977.3282                 1023.2068                 1051.2418             59914 
     1060.1965                 1127.7397                 1129.9556             59915 
     1169.2676                 1186.3844                 1208.4702             59916 
     1300.3232                 1345.9813                 1374.8894             59917 
     1404.3106                 1409.1758                 1414.4349             59918 
     1444.4803                 1460.6543                 1476.7713             59919 
     1487.6886                 1495.9880                 1973.8798             59920 
     3075.4815                 3080.4680                 3086.0696             59921 
     3159.3162                 3162.7454                 3193.2843             59922 
     3724.6865                 3742.4122                 3764.1670             59923 
Zero-point correction (Hartree): 0.156159 59924 
 59925 
triHPacyl.pmmmpttmpu 59926 
-------------------- 59927 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17837354  59928 
Electronic state : 2-A 59929 
Cartesian coordinates (Angs): 59930 
     O      -2.000795     -1.567579      -0.687423 59931 
     O      -2.170692     -0.159998      -0.713348 59932 
     C      -1.111989      0.478830      -0.026884 59933 
     C       0.191632      0.449080      -0.852464 59934 
     C       0.775766     -0.934367      -1.090546 59935 
     O       1.000149     -1.663637       0.098980 59936 
     O       2.130125     -1.101421       0.759144 59937 
     H      -2.441132     -1.808671       0.140127 59938 
     C      -1.602884      1.905702       0.192183 59939 
     H      -2.522046      1.893297       0.773984 59940 
     H      -1.804787      2.355570      -0.779028 59941 
     H      -0.842241      2.484521       0.707370 59942 
     C      -0.949910     -0.158266       1.366883 59943 
     O      -0.154246      0.093094       2.190339 59944 
     H       1.707472     -0.597183       1.473289 59945 
     H      -0.044262      0.892398      -1.827454 59946 
     O       1.072031      1.306680      -0.138974 59947 
     O       2.318849      1.352857      -0.803823 59948 
     H       2.797959      0.641399      -0.348644 59949 
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     H       0.067635     -1.534063      -1.655793 59950 
     H       1.702348     -0.853101      -1.658056 59951 
Rotational constants (GHz):    1.2211400    0.8444200    0.7541400 59952 
Vibrational harmonic frequencies (cm-1): 59953 
       70.1647                  104.6924                  139.8872             59954 
      154.5767                  168.0406                  193.6495             59955 
      201.4977                  221.2880                  227.8027             59956 
      248.0950                  281.2882                  283.5436             59957 
      335.7987                  361.8446                  366.3731             59958 
      396.5603                  432.3141                  470.6777             59959 
      508.1920                  536.5534                  560.3353             59960 
      632.0212                  693.5384                  776.0419             59961 
      866.7483                  912.3722                  943.4213             59962 
      973.0122                 1043.1924                 1046.3427             59963 
     1057.6410                 1116.3419                 1126.0755             59964 
     1174.2580                 1197.7999                 1223.2353             59965 
     1292.1230                 1352.4156                 1374.3840             59966 
     1402.8090                 1408.0462                 1417.8120             59967 
     1442.5416                 1453.5500                 1481.0364             59968 
     1487.6187                 1495.5985                 1978.6426             59969 
     3036.5138                 3082.3883                 3105.4354             59970 
     3159.1038                 3170.4953                 3187.3347             59971 
     3728.0730                 3738.2880                 3779.6100             59972 
Zero-point correction (Hartree): 0.156326 59973 
 59974 
triHPacyl.pmtmppppmu 59975 
-------------------- 59976 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17328177  59977 
Electronic state : 2-A 59978 
Cartesian coordinates (Angs): 59979 
     O      -1.444464     -1.938007      -0.627779 59980 
     O      -1.830316     -0.641734      -1.054158 59981 
     C      -1.120238      0.329152      -0.304050 59982 
     C       0.414185      0.134271      -0.458036 59983 
     C       1.053580     -0.731688       0.629103 59984 
     O       2.458500     -0.593383       0.642269 59985 
     O       2.948175     -1.068373      -0.605589 59986 
     H      -2.108033     -2.122708       0.053445 59987 
     C      -1.583766      1.663621      -0.863413 59988 
     H      -2.669765      1.718040      -0.811972 59989 
     H      -1.264291      1.747019      -1.899826 59990 
     H      -1.145111      2.474728      -0.289341 59991 
     C      -1.560183      0.260655       1.173368 59992 
     O      -2.305189     -0.512698       1.647103 59993 
     H       3.374981     -1.893610      -0.343837 59994 
     H       0.554207     -0.333770      -1.433699 59995 
     O       1.097137      1.358654      -0.597639 59996 
     O       1.137504      2.004901       0.668293 59997 
     H       2.027636      1.767400       0.965823 59998 
     H       0.757385     -0.395489       1.623490 59999 
     H       0.760732     -1.772570       0.494077 60000 
Rotational constants (GHz):    1.2822000    0.7156100    0.6112600 60001 
Vibrational harmonic frequencies (cm-1): 60002 
       24.4955                   65.6451                   77.5073             60003 
      124.0319                  135.6753                  164.7383             60004 
      203.2398                  211.1368                  233.4810             60005 
      253.1299                  264.4872                  314.3322             60006 
      328.4136                  348.8294                  379.2250             60007 
      402.4083                  415.8508                  425.9419             60008 
      437.9685                  493.0960                  566.8182             60009 
      685.1492                  699.6654                  742.6581             60010 
      868.8445                  924.0536                  961.6905             60011 
      980.9922                  994.3517                 1049.9364             60012 
     1088.0581                 1127.4274                 1142.1250             60013 
     1170.6595                 1192.0861                 1213.8686             60014 
     1303.5042                 1318.0784                 1378.2774             60015 
     1396.9836                 1408.0173                 1410.6914             60016 
     1422.4570                 1424.4495                 1484.8361             60017 
     1486.6257                 1494.3811                 1969.7932             60018 
     3084.9543                 3086.0214                 3110.4993             60019 
     3142.1311                 3164.8387                 3184.1725             60020 
     3768.9986                 3781.6344                 3820.3428             60021 
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Zero-point correction (Hartree): 0.155721 60022 
 60023 
triHPacyl.pmtmpppppu 60024 
-------------------- 60025 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17567796  60026 
Electronic state : 2-A 60027 
Cartesian coordinates (Angs): 60028 
     O      -1.571312     -1.873988      -0.605157 60029 
     O      -1.883886     -0.563439      -1.049224 60030 
     C      -1.101196      0.366980      -0.323509 60031 
     C       0.405858      0.061181      -0.509087 60032 
     C       1.001074     -0.984963       0.451690 60033 
     O       2.374276     -0.736011       0.677320 60034 
     O       3.054578     -0.906852      -0.557064 60035 
     H      -2.240749     -2.011599       0.081569 60036 
     C      -1.477948      1.724682      -0.891252 60037 
     H      -2.557733      1.850655      -0.837148 60038 
     H      -1.160215      1.780268      -1.930562 60039 
     H      -0.986448      2.509576      -0.323650 60040 
     C      -1.515616      0.342920       1.163359 60041 
     O      -2.321942     -0.357443       1.649249 60042 
     H       3.040139     -0.005717      -0.912601 60043 
     H       0.501679     -0.284717      -1.540312 60044 
     O       1.193698      1.236601      -0.500952 60045 
     O       1.178795      1.786854       0.809365 60046 
     H       1.922505      1.319539       1.221465 60047 
     H       0.560442     -0.920705       1.447719 60048 
     H       0.853674     -1.987877       0.058029 60049 
Rotational constants (GHz):    1.3570700    0.7067400    0.6218600 60050 
Vibrational harmonic frequencies (cm-1): 60051 
       51.7879                   67.2114                   85.4313             60052 
      154.3357                  164.0877                  173.8404             60053 
      205.1734                  219.1126                  243.6479             60054 
      262.0877                  318.1411                  322.4601             60055 
      360.7825                  378.1324                  398.6363             60056 
      418.4801                  433.7593                  461.7352             60057 
      490.9776                  501.9803                  567.3688             60058 
      681.9868                  711.0861                  763.8976             60059 
      857.7029                  925.5508                  958.4797             60060 
      984.7265                 1006.4419                 1049.0580             60061 
     1080.8161                 1120.0311                 1138.2744             60062 
     1175.8842                 1194.3874                 1220.8176             60063 
     1300.5432                 1330.6322                 1377.9003             60064 
     1403.1791                 1410.0833                 1422.3887             60065 
     1425.6583                 1435.2025                 1481.6489             60066 
     1487.7827                 1495.1024                 1971.4266             60067 
     3084.8476                 3091.1282                 3100.7389             60068 
     3155.8279                 3163.3558                 3184.4995             60069 
     3747.3438                 3768.6469                 3770.0300             60070 
Zero-point correction (Hartree): 0.156638 60071 
 60072 
triHPacyl.pmtpppppmu 60073 
-------------------- 60074 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17670044  60075 
Electronic state : 2-A 60076 
Cartesian coordinates (Angs): 60077 
     O      -1.849458     -1.654842      -0.834816 60078 
     O      -2.050398     -0.259432      -0.985230 60079 
     C      -1.107777      0.446447      -0.194336 60080 
     C       0.342736      0.052443      -0.585287 60081 
     C       0.950365     -1.059651       0.263040 60082 
     O       2.227411     -1.444796      -0.201410 60083 
     O       3.181763     -0.484151       0.243653 60084 
     H      -2.462692     -1.862252      -0.114085 60085 
     C      -1.408397      1.910564      -0.469312 60086 
     H      -2.459431      2.103302      -0.262271 60087 
     H      -1.200467      2.126375      -1.514936 60088 
     H      -0.786271      2.541593       0.157750 60089 
     C      -1.379498      0.174706       1.300424 60090 
     O      -2.184409     -0.556247       1.741397 60091 
     H       3.360924     -0.000122      -0.574159 60092 
     H       0.289919     -0.282808      -1.623613 60093 
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     O       1.203608      1.174313      -0.660319 60094 
     O       1.391815      1.696794       0.647921 60095 
     H       2.162668      1.188228       0.948947 60096 
     H       1.009927     -0.779852       1.316810 60097 
     H       0.338187     -1.954642       0.168817 60098 
Rotational constants (GHz):    1.3775000    0.6963200    0.6022700 60099 
Vibrational harmonic frequencies (cm-1): 60100 
       48.2018                   71.1823                  103.7286             60101 
      157.7609                  170.9508                  199.2113             60102 
      213.5227                  224.0616                  253.0819             60103 
      263.3171                  299.4223                  322.7937             60104 
      335.2690                  377.6465                  381.2139             60105 
      410.0738                  416.0013                  438.0621             60106 
      508.7223                  553.4568                  578.5888             60107 
      636.3537                  712.2360                  733.2319             60108 
      888.2405                  917.7084                  948.7047             60109 
      983.1797                 1001.2410                 1050.7026             60110 
     1103.6426                 1122.6179                 1130.7069             60111 
     1163.5955                 1186.2495                 1215.6854             60112 
     1299.5951                 1318.2764                 1378.0855             60113 
     1405.8827                 1410.4749                 1415.4687             60114 
     1422.5431                 1440.8426                 1482.0062             60115 
     1490.5955                 1496.3188                 1971.4217             60116 
     3079.4430                 3087.5131                 3097.7427             60117 
     3155.3109                 3166.0408                 3189.8697             60118 
     3731.3724                 3769.9286                 3800.3530             60119 
Zero-point correction (Hartree): 0.156577 60120 
 60121 
triHPacyl.pmtppppppu 60122 
-------------------- 60123 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17489122  60124 
Electronic state : 2-A 60125 
Cartesian coordinates (Angs): 60126 
     O      -1.858400     -1.651185      -0.849563 60127 
     O      -2.089379     -0.255383      -0.945197 60128 
     C      -1.129319      0.441484      -0.166683 60129 
     C       0.315639      0.093349      -0.624118 60130 
     C       0.965911     -1.035329       0.170264 60131 
     O       2.249948     -1.357700      -0.326390 60132 
     O       3.189294     -0.435539       0.220524 60133 
     H      -2.437197     -1.892248      -0.111099 60134 
     C      -1.464289      1.908532      -0.378408 60135 
     H      -2.508321      2.078140      -0.121332 60136 
     H      -1.301872      2.162960      -1.423311 60137 
     H      -0.824129      2.527070       0.243247 60138 
     C      -1.342050      0.115193       1.326153 60139 
     O      -2.111796     -0.650516       1.772435 60140 
     H       3.747433     -1.025782       0.741214 60141 
     H       0.229998     -0.213982      -1.668649 60142 
     O       1.143097      1.231447      -0.699720 60143 
     O       1.396597      1.702848       0.617127 60144 
     H       2.256909      1.288969       0.788129 60145 
     H       1.030502     -0.794623       1.232782 60146 
     H       0.376429     -1.941654       0.042039 60147 
Rotational constants (GHz):    1.3730400    0.6914700    0.5996900 60148 
Vibrational harmonic frequencies (cm-1): 60149 
       47.8583                   72.5637                   94.8677             60150 
      146.5617                  171.6743                  194.5347             60151 
      215.7673                  222.5094                  256.0034             60152 
      258.8308                  275.2977                  299.5409             60153 
      329.4836                  338.5796                  385.8081             60154 
      407.7339                  427.4114                  436.0101             60155 
      506.0468                  513.8864                  575.4770             60156 
      636.3558                  707.1138                  733.4034             60157 
      884.9425                  917.2009                  949.0983             60158 
      982.2600                 1001.3052                 1049.9232             60159 
     1098.3026                 1122.7528                 1137.0961             60160 
     1163.2654                 1189.7104                 1214.0764             60161 
     1304.6614                 1321.4494                 1378.6214             60162 
     1393.1485                 1411.1105                 1420.5588             60163 
     1424.9344                 1444.4912                 1477.0114             60164 
     1489.8410                 1496.3976                 1968.5189             60165 
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     3081.5814                 3087.2144                 3100.6999             60166 
     3151.2296                 3166.4724                 3188.5341             60167 
     3760.9372                 3771.1169                 3827.2805             60168 
Zero-point correction (Hartree): 0.156349 60169 
 60170 
triHPacyl.pmtpptppmu 60171 
-------------------- 60172 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17503387  60173 
Electronic state : 2-A 60174 
Cartesian coordinates (Angs): 60175 
     O       1.813401      2.068001      -0.159266 60176 
     O       2.137430      0.815401      -0.740974 60177 
     C       1.246828     -0.165465      -0.239621 60178 
     C      -0.221768      0.231665      -0.570282 60179 
     C      -0.978143      0.923747       0.558358 60180 
     O      -2.249406      1.374394       0.136486 60181 
     O      -3.143270      0.264360       0.130020 60182 
     H       2.406048      2.088882       0.605603 60183 
     C       1.683006     -1.457560      -0.909868 60184 
     H       2.737434     -1.630569      -0.704260 60185 
     H       1.534984     -1.367770      -1.983972 60186 
     H       1.090676     -2.285069      -0.531751 60187 
     C       1.495284     -0.294671       1.283207 60188 
     O       1.064817     -1.098174       2.014861 60189 
     H      -3.216684      0.084042      -0.817242 60190 
     H      -0.153202      0.920772      -1.415500 60191 
     O      -0.964828     -0.846833      -1.105972 60192 
     O      -1.183908     -1.809059      -0.083714 60193 
     H      -2.015046     -1.492487       0.306512 60194 
     H      -1.087302      0.283689       1.434443 60195 
     H      -0.442018      1.827507       0.843880 60196 
Rotational constants (GHz):    1.2794400    0.7353900    0.6341600 60197 
Vibrational harmonic frequencies (cm-1): 60198 
       48.7665                   66.1979                   98.4840             60199 
      134.7326                  157.7207                  175.3764             60200 
      199.8769                  219.9072                  249.3243             60201 
      254.9957                  268.2157                  290.8412             60202 
      322.0238                  331.3603                  362.1483             60203 
      379.3943                  413.8549                  481.6273             60204 
      516.8086                  556.0489                  569.1925             60205 
      591.9515                  666.3296                  745.0198             60206 
      887.9334                  924.7355                  948.8377             60207 
      974.8245                  999.9648                 1048.9136             60208 
     1098.5191                 1120.2095                 1130.7579             60209 
     1162.6291                 1178.5980                 1211.8008             60210 
     1296.0566                 1315.8664                 1375.1851             60211 
     1406.1854                 1407.1504                 1408.6795             60212 
     1415.2657                 1442.2681                 1481.6154             60213 
     1489.3869                 1495.7529                 1996.2881             60214 
     3087.4860                 3087.7905                 3096.9556             60215 
     3157.4181                 3165.6232                 3190.9502             60216 
     3702.7989                 3779.8428                 3799.1994             60217 
Zero-point correction (Hartree): 0.155794 60218 
 60219 
triHPacyl.ppmmmppmpu 60220 
-------------------- 60221 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17371940  60222 
Electronic state : 2-A 60223 
Cartesian coordinates (Angs): 60224 
     O      -0.197559      0.463662       1.788182 60225 
     O      -0.877580     -0.672339       1.288015 60226 
     C      -1.158410     -0.555321      -0.088167 60227 
     C       0.072420     -0.415186      -1.026850 60228 
     C       1.296684     -1.209097      -0.572405 60229 
     O       1.938151     -0.748957       0.602211 60230 
     O       2.977847      0.147887       0.248943 60231 
     H       0.725749      0.155612       1.724307 60232 
     C      -1.926078     -1.833714      -0.396266 60233 
     H      -2.765990     -1.926486       0.288952 60234 
     H      -1.280153     -2.700949      -0.270407 60235 
     H      -2.303050     -1.801216      -1.415707 60236 
     C      -2.074929      0.661743      -0.405640 60237 
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     O      -2.168586      1.655353       0.204614 60238 
     H       2.479510      0.965014       0.063193 60239 
     H      -0.233990     -0.861818      -1.976901 60240 
     O       0.329047      0.915214      -1.452132 60241 
     O       0.873096      1.719147      -0.419375 60242 
     H       0.115882      1.901642       0.164581 60243 
     H       0.977947     -2.228621      -0.348631 60244 
     H       2.030638     -1.233463      -1.377088 60245 
Rotational constants (GHz):    1.3579000    0.8202700    0.7395200 60246 
Vibrational harmonic frequencies (cm-1): 60247 
       58.6333                   94.2372                  113.9529             60248 
      163.4838                  191.2832                  206.1038             60249 
      222.7851                  238.8567                  249.6523             60250 
      262.5405                  291.4036                  302.3619             60251 
      328.6612                  364.3920                  389.5733             60252 
      404.1037                  492.9208                  510.3409             60253 
      525.5121                  608.2090                  612.3383             60254 
      670.2903                  687.0325                  793.1795             60255 
      854.5105                  907.0849                  936.1324             60256 
      960.3111                 1016.7628                 1044.1626             60257 
     1068.8289                 1125.9090                 1135.4095             60258 
     1163.7677                 1184.7184                 1227.0057             60259 
     1321.4612                 1336.6556                 1387.9035             60260 
     1400.4575                 1413.9277                 1459.3080             60261 
     1466.9998                 1482.3662                 1484.5570             60262 
     1499.6755                 1503.8164                 1987.5251             60263 
     3075.6606                 3081.2919                 3086.9622             60264 
     3138.0178                 3162.1392                 3171.2881             60265 
     3623.0875                 3645.7425                 3695.2644             60266 
Zero-point correction (Hartree): 0.156808 60267 
 60268 
triHPacyl.ppmmmtmpmu 60269 
-------------------- 60270 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17550486  60271 
Electronic state : 2-A 60272 
Cartesian coordinates (Angs): 60273 
     O      -0.006982     -1.005322       1.796383 60274 
     O       0.025296      0.381487       1.493863 60275 
     C       0.655938      0.609439       0.257791 60276 
     C      -0.033589     -0.040177      -0.963104 60277 
     C      -1.389589      0.564950      -1.312759 60278 
     O      -2.225700      0.873585      -0.217118 60279 
     O      -2.529001     -0.326553       0.476293 60280 
     H      -0.903006     -1.225664       1.493563 60281 
     C       0.689849      2.129069       0.125954 60282 
     H       1.322355      2.550070       0.904396 60283 
     H      -0.317619      2.522608       0.240861 60284 
     H       1.098920      2.404509      -0.844571 60285 
     C       2.137873      0.146650       0.315510 60286 
     O       2.954754      0.387407      -0.487657 60287 
     H      -3.421139     -0.525873       0.165901 60288 
     H       0.635030      0.120741      -1.817313 60289 
     O      -0.269316     -1.428990      -0.829390 60290 
     O       0.970278     -2.082256      -0.634325 60291 
     H       1.011956     -2.120515       0.336892 60292 
     H      -1.247089      1.530106      -1.798084 60293 
     H      -1.896926     -0.110437      -2.006390 60294 
Rotational constants (GHz):    1.3007800    0.8286900    0.7475300 60295 
Vibrational harmonic frequencies (cm-1): 60296 
      101.9589                  109.6957                  135.3369             60297 
      140.6948                  157.5720                  180.2273             60298 
      206.1231                  221.3735                  245.7897             60299 
      253.6851                  283.2147                  291.4488             60300 
      310.9544                  337.4966                  381.2649             60301 
      396.9245                  451.6999                  495.8023             60302 
      527.8317                  544.4262                  597.2027             60303 
      643.0925                  662.6506                  833.9913             60304 
      850.5678                  895.9449                  947.1186             60305 
      977.3038                 1029.8689                 1052.8139             60306 
     1072.6240                 1120.3186                 1139.1419             60307 
     1152.9624                 1188.3386                 1254.4261             60308 
     1316.7875                 1364.5547                 1380.9234             60309 
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     1389.9447                 1400.0422                 1422.9488             60310 
     1440.8102                 1461.3072                 1469.1237             60311 
     1485.5818                 1513.5848                 1978.8140             60312 
     3039.1621                 3066.3431                 3082.4207             60313 
     3136.2896                 3162.8406                 3172.2531             60314 
     3697.7453                 3743.2690                 3819.1380             60315 
Zero-point correction (Hartree): 0.156592 60316 
 60317 
triHPacyl.ppmmmtpmpu 60318 
-------------------- 60319 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17521570  60320 
Electronic state : 2-A 60321 
Cartesian coordinates (Angs): 60322 
     O       0.144424     -0.375401       1.932776 60323 
     O      -0.620858     -1.200020       1.072063 60324 
     C      -1.100024     -0.475123      -0.035922 60325 
     C      -0.012239      0.086539      -0.992498 60326 
     C       1.230925     -0.796107      -1.103146 60327 
     O       2.051170     -0.860932       0.048786 60328 
     O       3.065256      0.125631      -0.041297 60329 
     H       1.044000     -0.577949       1.613314 60330 
     C      -1.998035     -1.468681      -0.759585 60331 
     H      -2.714614     -1.891736      -0.059720 60332 
     H      -1.399577     -2.278176      -1.176368 60333 
     H      -2.536259     -0.962744      -1.557607 60334 
     C      -1.944281      0.740146       0.454998 60335 
     O      -2.889427      1.177722      -0.073603 60336 
     H       2.581010      0.930412       0.218937 60337 
     H      -0.468668      0.084777      -1.986388 60338 
     O       0.237066      1.475246      -0.835765 60339 
     O       0.938438      1.764012       0.362900 60340 
     H       0.281301      1.606583       1.063911 60341 
     H       0.904898     -1.821677      -1.285418 60342 
     H       1.841292     -0.460203      -1.940621 60343 
Rotational constants (GHz):    1.4522400    0.7539500    0.6903300 60344 
Vibrational harmonic frequencies (cm-1): 60345 
       68.6929                   86.6337                  108.4309             60346 
      162.8811                  184.8439                  205.8125             60347 
      227.1762                  240.8972                  251.8352             60348 
      262.5318                  281.9284                  315.5547             60349 
      325.4107                  346.6977                  382.0196             60350 
      448.1929                  487.7665                  495.4654             60351 
      535.3057                  610.5203                  624.6066             60352 
      670.2474                  677.8811                  805.4666             60353 
      852.3215                  914.5596                  943.5991             60354 
      960.4115                 1015.9199                 1044.4583             60355 
     1064.0273                 1126.4555                 1134.3491             60356 
     1158.4961                 1175.2638                 1231.8855             60357 
     1323.0536                 1338.7739                 1389.0323             60358 
     1400.7425                 1411.8981                 1457.0229             60359 
     1459.0880                 1480.4355                 1483.8857             60360 
     1497.0153                 1501.4834                 1998.0578             60361 
     3076.9371                 3078.2710                 3086.3014             60362 
     3138.1874                 3157.4933                 3173.7656             60363 
     3618.1504                 3659.6870                 3686.3953             60364 
Zero-point correction (Hartree): 0.156839 60365 
 60366 
triHPacyl.ppmmpmmppu 60367 
-------------------- 60368 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17688888  60369 
Electronic state : 2-A 60370 
Cartesian coordinates (Angs): 60371 
     O       0.930642     -0.671711       1.652438 60372 
     O       0.339193      0.538352       1.194214 60373 
     C       0.508544      0.697729      -0.214062 60374 
     C      -0.407971     -0.223706      -1.038995 60375 
     C      -1.883333      0.175994      -1.003267 60376 
     O      -2.352695      0.638557       0.239695 60377 
     O      -2.419067     -0.459113       1.132876 60378 
     H       1.792791     -0.354997       1.960164 60379 
     C       0.213097      2.173146      -0.477321 60380 
     H       0.979969      2.792763      -0.017172 60381 
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     H      -0.754923      2.422467      -0.050594 60382 
     H       0.204652      2.359889      -1.550100 60383 
     C       1.980209      0.510967      -0.615395 60384 
     O       2.906349      0.434477       0.100717 60385 
     H      -1.549111     -0.418982       1.559119 60386 
     H      -0.063935     -0.170386      -2.078433 60387 
     O      -0.354311     -1.565464      -0.608531 60388 
     O       0.969754     -2.031547      -0.812629 60389 
     H       1.291528     -2.048046       0.101383 60390 
     H      -2.044571      1.017343      -1.677696 60391 
     H      -2.478598     -0.673246      -1.342666 60392 
Rotational constants (GHz):    1.3410200    0.8161900    0.7354500 60393 
Vibrational harmonic frequencies (cm-1): 60394 
       85.1327                  101.3935                  130.7452             60395 
      169.7229                  188.4725                  196.2033             60396 
      212.0978                  237.4603                  247.8882             60397 
      256.8556                  292.0360                  319.5411             60398 
      352.1892                  375.9307                  387.5501             60399 
      419.0728                  435.6499                  441.3486             60400 
      465.1567                  504.4337                  591.4013             60401 
      619.2453                  717.5608                  843.5437             60402 
      854.3660                  886.9870                  939.4865             60403 
      986.1376                 1029.9341                 1036.1840             60404 
     1067.7181                 1125.1934                 1136.6013             60405 
     1159.5930                 1191.9264                 1244.1212             60406 
     1314.5441                 1357.8570                 1379.8590             60407 
     1399.2335                 1413.1984                 1418.6165             60408 
     1434.4126                 1436.8410                 1466.4519             60409 
     1488.3801                 1511.8999                 1968.8092             60410 
     3041.4716                 3080.0223                 3082.7052             60411 
     3134.0520                 3159.5764                 3179.1488             60412 
     3760.1987                 3767.9751                 3773.2503             60413 
Zero-point correction (Hartree): 0.156778 60414 
 60415 
triHPacyl.ppmmpptmpu 60416 
-------------------- 60417 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17712396  60418 
Electronic state : 2-A 60419 
Cartesian coordinates (Angs): 60420 
     O      -0.408290     -0.264325       1.814243 60421 
     O      -1.037515     -1.039571       0.813163 60422 
     C      -1.100005     -0.332002      -0.407498 60423 
     C       0.246452      0.156468      -0.959309 60424 
     C       1.369877     -0.875914      -0.929784 60425 
     O       1.761050     -1.326365       0.344027 60426 
     O       2.362101     -0.240055       1.038967 60427 
     H      -1.133678      0.300694       2.123030 60428 
     C      -1.791018     -1.300083      -1.358025 60429 
     H      -2.758457     -1.583733      -0.948768 60430 
     H      -1.188123     -2.198525      -1.471148 60431 
     H      -1.938848     -0.829751      -2.327118 60432 
     C      -2.017890      0.912380      -0.260250 60433 
     O      -2.529102      1.272192       0.730617 60434 
     H       1.609812      0.048681       1.582004 60435 
     H       0.082758      0.421250      -2.010583 60436 
     O       0.548595      1.345802      -0.246371 60437 
     O       1.729144      1.905493      -0.786532 60438 
     H       2.400029      1.501749      -0.210919 60439 
     H       1.043031     -1.778910      -1.447030 60440 
     H       2.231120     -0.471918      -1.465179 60441 
Rotational constants (GHz):    1.3058400    0.7925000    0.7377300 60442 
Vibrational harmonic frequencies (cm-1): 60443 
       72.4817                  101.1313                  128.6071             60444 
      165.5483                  187.8258                  194.4211             60445 
      206.9985                  227.2375                  242.4987             60446 
      261.1084                  305.1830                  314.3073             60447 
      348.5060                  377.8778                  408.0492             60448 
      412.8691                  439.0775                  472.1825             60449 
      520.6700                  584.4962                  587.7933             60450 
      643.4168                  692.8016                  822.6029             60451 
      847.9667                  891.0798                  938.5267             60452 
      978.2114                 1036.7847                 1049.9896             60453 
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     1064.7094                 1125.1521                 1133.6725             60454 
     1159.1057                 1206.5406                 1251.9863             60455 
     1307.8096                 1367.0970                 1379.2116             60456 
     1405.4026                 1413.8467                 1425.7946             60457 
     1451.9765                 1463.4737                 1477.2112             60458 
     1485.1613                 1506.2392                 1979.2106             60459 
     3037.1554                 3077.2911                 3086.3176             60460 
     3127.3004                 3164.8188                 3174.7623             60461 
     3716.4396                 3728.5497                 3752.2664             60462 
Zero-point correction (Hartree): 0.157031 60463 
 60464 
triHPacyl.ppmmptmppu 60465 
-------------------- 60466 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17699389  60467 
Electronic state : 2-A 60468 
Cartesian coordinates (Angs): 60469 
     O       0.532085     -1.136962       1.769283 60470 
     O       0.042660      0.164289       1.467964 60471 
     C       0.565780      0.631112       0.228164 60472 
     C      -0.139933     -0.016147      -0.983606 60473 
     C      -1.554220      0.517968      -1.221785 60474 
     O      -2.311079      0.752097      -0.059428 60475 
     O      -2.659158     -0.496841       0.511453 60476 
     H       1.254536     -0.933044       2.379155 60477 
     C       0.393957      2.146119       0.260335 60478 
     H       1.047886      2.580302       1.013815 60479 
     H      -0.638620      2.386460       0.500455 60480 
     H       0.657599      2.557437      -0.712962 60481 
     C       2.085728      0.382105       0.176441 60482 
     O       2.805880      0.696387      -0.689398 60483 
     H      -1.916373     -0.650080       1.115895 60484 
     H       0.464196      0.202187      -1.871368 60485 
     O      -0.266687     -1.412141      -0.842723 60486 
     O       1.036108     -1.972537      -0.865866 60487 
     H       1.153831     -2.183576       0.072450 60488 
     H      -1.492939      1.494642      -1.702087 60489 
     H      -2.076458     -0.175607      -1.882925 60490 
Rotational constants (GHz):    1.2697400    0.8158500    0.7447700 60491 
Vibrational harmonic frequencies (cm-1): 60492 
       87.1714                  100.5640                  138.0001             60493 
      156.2202                  165.5543                  189.5583             60494 
      205.8493                  221.8661                  245.4727             60495 
      257.7779                  286.2995                  306.0680             60496 
      318.6791                  360.1933                  382.0046             60497 
      393.1734                  446.7929                  464.3871             60498 
      467.4546                  507.5223                  551.0671             60499 
      632.5448                  662.7926                  841.9169             60500 
      854.6550                  897.2745                  938.0306             60501 
      987.8900                 1029.3931                 1038.3459             60502 
     1068.8483                 1124.8011                 1132.9123             60503 
     1158.8837                 1189.3208                 1236.1817             60504 
     1312.1625                 1354.1769                 1374.5226             60505 
     1397.6783                 1409.8881                 1410.6423             60506 
     1436.7964                 1438.7495                 1466.1804             60507 
     1486.6184                 1509.8980                 1990.0666             60508 
     3048.5600                 3079.5285                 3081.9638             60509 
     3136.7038                 3159.2195                 3174.9956             60510 
     3751.9454                 3769.9188                 3795.2041             60511 
Zero-point correction (Hartree): 0.156353 60512 
 60513 
triHPacyl.ppmmpttmpu 60514 
-------------------- 60515 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17603508  60516 
Electronic state : 2-A 60517 
Cartesian coordinates (Angs): 60518 
     O      -0.063637     -1.103193      -1.695009 60519 
     O       0.706834     -1.518879      -0.584367 60520 
     C       1.105945     -0.405856       0.181511 60521 
     C      -0.034703      0.486323       0.694840 60522 
     C      -1.203232     -0.267101       1.326446 60523 
     O      -1.913930     -1.127796       0.470637 60524 
     O      -2.590402     -0.337842      -0.500349 60525 
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     H       0.609141     -0.752005      -2.299086 60526 
     C       1.928680     -1.004032       1.313673 60527 
     H       2.755805     -1.577732       0.901100 60528 
     H       1.308540     -1.673953       1.906132 60529 
     H       2.324344     -0.209499       1.941604 60530 
     C       2.051737      0.488259      -0.677397 60531 
     O       2.722899      1.357681      -0.281063 60532 
     H      -1.969980     -0.416721      -1.243721 60533 
     H       0.392340      1.129953       1.473003 60534 
     O      -0.418081      1.308020      -0.397866 60535 
     O      -1.392652      2.226873       0.055173 60536 
     H      -2.208541      1.738544      -0.146202 60537 
     H      -0.827242     -0.919558       2.115391 60538 
     H      -1.883223      0.456512       1.780097 60539 
Rotational constants (GHz):    1.3043400    0.8104500    0.6932000 60540 
Vibrational harmonic frequencies (cm-1): 60541 
       65.0681                  100.5651                  122.6256             60542 
      159.6386                  165.5637                  190.0734             60543 
      201.1576                  211.0036                  243.6737             60544 
      256.8589                  274.4198                  302.2396             60545 
      308.5089                  346.5595                  377.6764             60546 
      390.5280                  464.5022                  511.3015             60547 
      520.6469                  540.1324                  586.9077             60548 
      607.4304                  683.7191                  820.6036             60549 
      844.9381                  893.0653                  945.5204             60550 
      976.3381                 1037.5453                 1049.7731             60551 
     1064.8029                 1120.1007                 1126.8549             60552 
     1156.1799                 1198.1002                 1257.1995             60553 
     1308.8824                 1365.0839                 1377.7276             60554 
     1403.2281                 1412.7358                 1418.0204             60555 
     1449.5526                 1461.3939                 1476.5663             60556 
     1483.4507                 1505.9402                 1999.5363             60557 
     3039.0924                 3078.0519                 3084.4899             60558 
     3129.0017                 3162.5256                 3174.0326             60559 
     3707.0483                 3719.6107                 3747.0574             60560 
Zero-point correction (Hartree): 0.156339 60561 
 60562 
triHPacyl.ppmpmmmpmu 60563 
-------------------- 60564 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17617674  60565 
Electronic state : 2-A 60566 
Cartesian coordinates (Angs): 60567 
     O      -0.363104      0.155437       1.824987 60568 
     O      -0.071511     -0.933051       0.963708 60569 
     C      -0.464407     -0.649046      -0.371811 60570 
     C       0.163437      0.626044      -0.961103 60571 
     C       1.687079      0.653323      -0.945310 60572 
     O       2.218878      0.523219       0.364037 60573 
     O       2.650816     -0.814619       0.564202 60574 
     H       0.432594      0.706024       1.717388 60575 
     C      -0.041421     -1.885615      -1.162677 60576 
     H      -0.571160     -2.756689      -0.781787 60577 
     H       1.029095     -2.048949      -1.062721 60578 
     H      -0.294406     -1.754715      -2.212980 60579 
     C      -2.005269     -0.609042      -0.504333 60580 
     O      -2.788904     -0.872597       0.322262 60581 
     H       1.876756     -1.204129       1.002519 60582 
     H      -0.191241      0.696718      -1.995536 60583 
     O      -0.167971      1.820016      -0.268495 60584 
     O      -1.570214      1.923643      -0.131179 60585 
     H      -1.700278      1.602916       0.776552 60586 
     H       2.117706     -0.108373      -1.591546 60587 
     H       2.000502      1.636840      -1.296656 60588 
Rotational constants (GHz):    1.3340900    0.8426500    0.7236600 60589 
Vibrational harmonic frequencies (cm-1): 60590 
       80.3990                  100.1692                  118.2014             60591 
      137.9466                  175.4146                  201.0297             60592 
      211.5927                  226.0515                  269.2042             60593 
      288.4351                  291.8579                  326.3368             60594 
      343.1538                  370.3348                  424.2486             60595 
      446.4832                  506.3150                  509.9718             60596 
      555.9961                  579.6589                  600.0247             60597 
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      627.8318                  693.6429                  812.0494             60598 
      842.0394                  906.8444                  945.5795             60599 
      962.7691                 1018.8879                 1053.2918             60600 
     1076.3741                 1119.7218                 1134.4994             60601 
     1148.4277                 1170.9550                 1245.2583             60602 
     1306.7070                 1344.3741                 1380.7316             60603 
     1399.5633                 1411.9112                 1438.9144             60604 
     1454.9414                 1469.1339                 1476.8741             60605 
     1489.0593                 1513.3464                 1986.9819             60606 
     3048.3340                 3083.7821                 3095.0248             60607 
     3152.8021                 3162.7351                 3173.7690             60608 
     3682.2558                 3719.4769                 3730.6625             60609 
Zero-point correction (Hartree): 0.157290 60610 
 60611 
triHPacyl.ppmpmtmpmu 60612 
-------------------- 60613 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17739024  60614 
Electronic state : 2-A 60615 
Cartesian coordinates (Angs): 60616 
     O      -0.064904     -0.595746       1.929639 60617 
     O      -0.211484      0.661626       1.289656 60618 
     C       0.491696      0.695874       0.059073 60619 
     C       0.065711     -0.396540      -0.943334 60620 
     C      -1.415872     -0.379865      -1.307493 60621 
     O      -2.253651     -0.551545      -0.176231 60622 
     O      -2.757099      0.712196       0.230940 60623 
     H      -0.784164     -1.107573       1.520200 60624 
     C       0.228916      2.092978      -0.495587 60625 
     H       0.639321      2.838132       0.182777 60626 
     H      -0.839749      2.263534      -0.604451 60627 
     H       0.719934      2.194574      -1.461271 60628 
     C       2.016210      0.622402       0.328302 60629 
     O       2.855537      0.878870      -0.445532 60630 
     H      -2.122395      0.958094       0.923243 60631 
     H       0.665393     -0.241551      -1.847481 60632 
     O       0.246447     -1.722796      -0.475953 60633 
     O       1.584049     -1.910152      -0.061313 60634 
     H       1.510326     -1.780997       0.898963 60635 
     H      -1.695977      0.527852      -1.837461 60636 
     H      -1.603815     -1.240786      -1.949937 60637 
Rotational constants (GHz):    1.3205100    0.8240600    0.7193300 60638 
Vibrational harmonic frequencies (cm-1): 60639 
       82.8859                  102.3701                  113.7038             60640 
      147.8907                  187.8738                  201.9401             60641 
      216.9720                  228.6946                  267.9332             60642 
      284.4919                  290.9284                  306.8558             60643 
      329.8212                  357.6182                  423.7903             60644 
      488.4023                  492.1849                  507.0548             60645 
      539.3443                  561.7228                  576.3221             60646 
      630.4753                  665.8921                  807.8572             60647 
      848.7825                  919.5640                  950.1404             60648 
      961.1192                 1019.1499                 1054.3714             60649 
     1075.3964                 1116.1027                 1136.5893             60650 
     1146.3410                 1169.8463                 1241.3192             60651 
     1307.6544                 1340.3424                 1378.0371             60652 
     1397.8501                 1410.6696                 1436.9972             60653 
     1453.3899                 1468.1320                 1473.5487             60654 
     1487.7716                 1512.9633                 1981.4142             60655 
     3047.8084                 3084.1857                 3094.0974             60656 
     3153.1408                 3164.7608                 3172.7243             60657 
     3702.1181                 3721.3864                 3727.3377             60658 
Zero-point correction (Hartree): 0.157121 60659 
 60660 
triHPacyl.ppmpmttpmu 60661 
-------------------- 60662 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17563250  60663 
Electronic state : 2-A 60664 
Cartesian coordinates (Angs): 60665 
     O       0.297516     -0.624338       1.996953 60666 
     O       0.413014     -1.368012       0.798625 60667 
     C      -0.481409     -0.872659      -0.171123 60668 
     C      -0.251199      0.593122      -0.576190 60669 
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     C       1.175601      0.971510      -0.951577 60670 
     O       2.107567      0.698573       0.081326 60671 
     O       2.792347     -0.509147      -0.218485 60672 
     H       0.861127      0.148356       1.813730 60673 
     C      -0.325810     -1.813348      -1.359484 60674 
     H      -0.549661     -2.831383      -1.047688 60675 
     H       0.699232     -1.775949      -1.725790 60676 
     H      -1.009773     -1.524495      -2.154397 60677 
     C      -1.939124     -1.008392       0.337079 60678 
     O      -2.883406     -0.572922      -0.200834 60679 
     H       2.244951     -1.162278       0.247773 60680 
     H      -0.904008      0.780855      -1.433580 60681 
     O      -0.694305      1.404591       0.505968 60682 
     O      -0.933721      2.702974      -0.019311 60683 
     H      -1.896754      2.752639       0.040821 60684 
     H       1.501607      0.484890      -1.869688 60685 
     H       1.192829      2.052229      -1.097357 60686 
Rotational constants (GHz):    1.1413500    0.8807400    0.6803300 60687 
Vibrational harmonic frequencies (cm-1): 60688 
       66.2646                   73.9510                   98.5332             60689 
      135.2356                  166.6969                  182.0089             60690 
      207.0828                  215.9712                  231.9437             60691 
      245.5582                  254.4181                  286.6803             60692 
      299.6564                  320.2455                  367.4461             60693 
      398.3059                  477.7240                  504.1996             60694 
      521.9975                  556.1785                  577.7263             60695 
      597.5390                  688.6679                  823.6590             60696 
      854.9157                  922.7473                  944.0830             60697 
      971.9608                 1028.2154                 1055.1211             60698 
     1069.0004                 1120.8461                 1124.5568             60699 
     1142.6952                 1182.2631                 1257.4806             60700 
     1305.0952                 1352.1338                 1376.3465             60701 
     1399.6613                 1408.0850                 1412.2363             60702 
     1459.9720                 1470.6150                 1477.1413             60703 
     1488.9130                 1506.6699                 1982.4937             60704 
     3068.8977                 3080.2564                 3091.7054             60705 
     3143.7415                 3159.9798                 3169.8530             60706 
     3691.6783                 3714.6426                 3810.2960             60707 
Zero-point correction (Hartree): 0.156150 60708 
 60709 
triHPacyl.pppppmpmpu 60710 
-------------------- 60711 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17551525  60712 
Electronic state : 2-A 60713 
Cartesian coordinates (Angs): 60714 
     O      -2.090333      0.772652       1.018196 60715 
     O      -1.208229     -0.313157       1.245167 60716 
     C      -0.540611     -0.707796       0.051980 60717 
     C       0.484982      0.295970      -0.503529 60718 
     C       1.593764      0.670491       0.476012 60719 
     O       2.543339     -0.367917       0.626087 60720 
     O       3.179965     -0.563437      -0.630955 60721 
     H      -2.875600      0.331480       0.658737 60722 
     C       0.103198     -2.039466       0.429260 60723 
     H      -0.670682     -2.779030       0.624399 60724 
     H       0.704899     -1.903634       1.324022 60725 
     H       0.749566     -2.385045      -0.374512 60726 
     C      -1.557615     -1.013295      -1.064232 60727 
     O      -2.727330     -1.008862      -0.974523 60728 
     H       4.055545     -0.192743      -0.465642 60729 
     H       0.942554     -0.192651      -1.366296 60730 
     O      -0.120711      1.447107      -1.060759 60731 
     O      -0.273602      2.444760      -0.060471 60732 
     H      -1.113619      2.182533       0.351435 60733 
     H       2.071620      1.586006       0.126388 60734 
     H       1.208631      0.828486       1.482593 60735 
Rotational constants (GHz):    1.3307400    0.7269900    0.5995500 60736 
Vibrational harmonic frequencies (cm-1): 60737 
       38.0737                   59.4784                  100.0581             60738 
      152.0158                  167.9008                  196.6737             60739 
      217.4844                  230.1302                  241.5255             60740 
      266.5146                  267.6939                  284.0147             60741 
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      319.9187                  346.0294                  361.0848             60742 
      391.4501                  433.6164                  468.2376             60743 
      528.4099                  561.5315                  601.3149             60744 
      618.5578                  694.8295                  768.3690             60745 
      856.2959                  922.9939                  942.8635             60746 
      979.5383                 1036.3923                 1048.8941             60747 
     1102.2826                 1114.1946                 1134.9706             60748 
     1146.5628                 1187.2900                 1247.1419             60749 
     1289.4751                 1337.0763                 1388.3593             60750 
     1394.0928                 1414.4542                 1422.3631             60751 
     1427.7136                 1460.6542                 1474.8793             60752 
     1481.4975                 1500.6206                 1975.0672             60753 
     3085.9326                 3087.5043                 3099.8921             60754 
     3150.0162                 3167.1565                 3179.0080             60755 
     3688.5191                 3751.9684                 3820.8552             60756 
Zero-point correction (Hartree): 0.156354 60757 
 60758 
triHPacyl.ppppptpmpu 60759 
-------------------- 60760 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17526168  60761 
Electronic state : 2-A 60762 
Cartesian coordinates (Angs): 60763 
     O       2.301229      0.841305      -0.891515 60764 
     O       1.293834     -0.023974      -1.387525 60765 
     C       0.598952     -0.655643      -0.323317 60766 
     C      -0.350504      0.256337       0.477395 60767 
     C      -1.454355      0.894491      -0.364339 60768 
     O      -2.466072     -0.031110      -0.710073 60769 
     O      -3.088655     -0.467952       0.492100 60770 
     H       3.005621      0.223550      -0.642694 60771 
     C      -0.128629     -1.816969      -0.989680 60772 
     H       0.594272     -2.545505      -1.351763 60773 
     H      -0.709619     -1.442965      -1.829318 60774 
     H      -0.804575     -2.287691      -0.279163 60775 
     C       1.627908     -1.269037       0.655904 60776 
     O       1.387918     -1.834898       1.649171 60777 
     H      -3.944553     -0.025120       0.440292 60778 
     H      -0.816575     -0.382175       1.230716 60779 
     O       0.330651      1.229927       1.243484 60780 
     O       0.549787      2.391950       0.454784 60781 
     H       1.392260      2.177857       0.022383 60782 
     H      -1.870009      1.735279       0.192500 60783 
     H      -1.076583      1.249716      -1.322138 60784 
Rotational constants (GHz):    1.1459800    0.7728900    0.6495800 60785 
Vibrational harmonic frequencies (cm-1): 60786 
       40.0260                   64.8372                  106.4810             60787 
      137.0110                  177.3453                  181.4130             60788 
      202.5944                  242.8687                  246.3447             60789 
      264.4674                  267.4930                  279.3141             60790 
      298.5486                  320.6124                  341.8085             60791 
      375.6076                  417.1013                  480.3321             60792 
      526.5273                  540.3039                  590.3228             60793 
      623.2765                  651.7683                  759.6281             60794 
      856.3221                  932.2137                  944.2239             60795 
      977.7619                 1037.4918                 1048.4025             60796 
     1095.3087                 1115.3455                 1131.5624             60797 
     1143.3770                 1180.2860                 1246.4686             60798 
     1290.2037                 1334.0860                 1385.8139             60799 
     1395.6379                 1412.3838                 1415.3492             60800 
     1420.2985                 1456.4440                 1473.9821             60801 
     1481.5867                 1499.0566                 2001.0137             60802 
     3082.2635                 3084.0287                 3101.1883             60803 
     3148.2388                 3163.7446                 3173.9522             60804 
     3717.3417                 3755.6270                 3824.4316             60805 
Zero-point correction (Hartree): 0.155967 60806 
 60807 
triHPacyl.pptmpptmpu 60808 
-------------------- 60809 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17620193  60810 
Electronic state : 2-A 60811 
Cartesian coordinates (Angs): 60812 
     O      -1.428202      0.165078       1.823567 60813 
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     O      -1.594055     -0.898615       0.904135 60814 
     C      -1.084799     -0.519529      -0.356755 60815 
     C       0.373563     -0.046670      -0.323182 60816 
     C       1.211017     -0.861222       0.651813 60817 
     O       2.539371     -0.381982       0.722181 60818 
     O       3.153800     -0.597682      -0.539704 60819 
     H      -2.220117      0.700124       1.659974 60820 
     C      -1.265629     -1.753893      -1.229675 60821 
     H      -2.308403     -2.064208      -1.209176 60822 
     H      -0.651520     -2.568503      -0.851906 60823 
     H      -0.981016     -1.527735      -2.254320 60824 
     C      -1.936934      0.624040      -0.966050 60825 
     O      -2.840480      1.157880      -0.446138 60826 
     H       2.994595      0.249905      -0.982997 60827 
     H       0.761965     -0.137592      -1.339447 60828 
     O       0.386145      1.333910       0.017842 60829 
     O       1.590915      1.897416      -0.486751 60830 
     H       2.126802      1.939992       0.317935 60831 
     H       0.824516     -0.737693       1.662263 60832 
     H       1.209925     -1.918697       0.379712 60833 
Rotational constants (GHz):    1.4710100    0.6549100    0.6027600 60834 
Vibrational harmonic frequencies (cm-1): 60835 
       68.6890                   86.0648                  104.5979             60836 
      141.2432                  162.7099                  177.0581             60837 
      198.7719                  201.1434                  225.2514             60838 
      238.4169                  286.9082                  317.4828             60839 
      342.6597                  379.2064                  392.2357             60840 
      405.4242                  429.8950                  435.7187             60841 
      475.7519                  516.0085                  560.2412             60842 
      603.4082                  692.9181                  776.8882             60843 
      895.5188                  911.3896                  964.1295             60844 
      991.3443                 1029.0684                 1060.9648             60845 
     1084.3379                 1122.8729                 1139.0170             60846 
     1163.3282                 1191.5281                 1254.0578             60847 
     1300.7733                 1332.4310                 1389.7490             60848 
     1411.5865                 1417.8440                 1426.3847             60849 
     1432.2579                 1440.6631                 1469.3669             60850 
     1486.2102                 1502.7593                 1982.4077             60851 
     3076.4467                 3085.1434                 3090.3944             60852 
     3153.9340                 3165.1050                 3173.4324             60853 
     3745.9062                 3760.7405                 3789.5439             60854 
Zero-point correction (Hartree): 0.156417 60855 
 60856 
triHPacyl.ptmmmtpmpu 60857 
-------------------- 60858 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17526869  60859 
Electronic state : 2-A 60860 
Cartesian coordinates (Angs): 60861 
     O       2.231923     -1.521662      -0.510550 60862 
     O       1.547039     -1.093035       0.656160 60863 
     C       0.947465      0.159354       0.393408 60864 
     C      -0.080732      0.024779      -0.763251 60865 
     C      -1.193542      1.066528      -0.769825 60866 
     O      -2.085579      1.007846       0.319814 60867 
     O      -3.138467      0.114659      -0.002589 60868 
     H       1.543276     -2.025943      -0.971052 60869 
     C       0.426344      0.649332       1.738109 60870 
     H       1.255731      0.681395       2.442357 60871 
     H      -0.351408     -0.011548       2.110152 60872 
     H       0.001084      1.644837       1.636131 60873 
     C       2.038092      1.168089      -0.040239 60874 
     O       1.852700      2.176803      -0.605519 60875 
     H      -2.783953     -0.731652       0.310273 60876 
     H       0.457876      0.150632      -1.706788 60877 
     O      -0.531573     -1.320398      -0.882679 60878 
     O      -1.137150     -1.752218       0.327122 60879 
     H      -0.370283     -2.048879       0.841682 60880 
     H      -0.730456      2.054888      -0.727906 60881 
     H      -1.758785      0.981820      -1.698129 60882 
Rotational constants (GHz):    1.3148600    0.8055900    0.6323600 60883 
Vibrational harmonic frequencies (cm-1): 60884 
       72.7264                   93.3327                  102.2661             60885 
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      151.0026                  168.1263                  208.5052             60886 
      228.4836                  230.7467                  245.2714             60887 
      252.9825                  274.9072                  321.6861             60888 
      355.5061                  384.8204                  420.8022             60889 
      460.9042                  490.6414                  507.7517             60890 
      514.1884                  532.5340                  541.2473             60891 
      649.5897                  677.8227                  823.3676             60892 
      846.3480                  899.7836                  954.3386             60893 
      961.4896                 1013.2340                 1033.8296             60894 
     1058.9208                 1114.4778                 1138.5056             60895 
     1158.8363                 1186.7081                 1246.8484             60896 
     1324.3202                 1350.1474                 1391.0519             60897 
     1409.1493                 1412.8361                 1422.6269             60898 
     1437.8508                 1451.9732                 1466.3963             60899 
     1478.9851                 1491.7546                 1979.0332             60900 
     3074.0996                 3082.5885                 3088.6926             60901 
     3132.0051                 3169.1671                 3181.6904             60902 
     3748.7557                 3751.8624                 3758.9966             60903 
Zero-point correction (Hartree): 0.157026 60904 
 60905 
triHPacyl.ptmmmttmpu 60906 
-------------------- 60907 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17504777  60908 
Electronic state : 2-A 60909 
Cartesian coordinates (Angs): 60910 
     O      -2.002307      1.868404      -0.113922 60911 
     O      -1.678207      0.970355       0.933033 60912 
     C      -1.082969     -0.175732       0.379618 60913 
     C       0.114265      0.193789      -0.524192 60914 
     C       1.077772     -0.952382      -0.816491 60915 
     O       1.854513     -1.352129       0.296003 60916 
     O       2.900481     -0.402400       0.481226 60917 
     H      -1.232526      2.457151      -0.098383 60918 
     C      -0.778514     -1.061404       1.578529 60919 
     H      -1.695647     -1.207953       2.145939 60920 
     H      -0.042502     -0.571068       2.211937 60921 
     H      -0.390530     -2.025628       1.260908 60922 
     C      -2.122952     -0.924723      -0.496063 60923 
     O      -1.899545     -1.766711      -1.279459 60924 
     H       2.598518      0.062744       1.273668 60925 
     H      -0.274631      0.555903      -1.479427 60926 
     O       0.763798      1.276810       0.130540 60927 
     O       1.692392      1.839678      -0.783397 60928 
     H       2.484622      1.305116      -0.609688 60929 
     H       0.517764     -1.841655      -1.105374 60930 
     H       1.740340     -0.683954      -1.640179 60931 
Rotational constants (GHz):    1.2419900    0.7864300    0.6250400 60932 
Vibrational harmonic frequencies (cm-1): 60933 
       53.4352                   77.7249                   90.7709             60934 
      144.3522                  154.6871                  185.6304             60935 
      202.5387                  224.4275                  254.4259             60936 
      260.3280                  280.1457                  306.5388             60937 
      319.4808                  336.6443                  378.7624             60938 
      422.0390                  445.9937                  476.2829             60939 
      518.2613                  529.1690                  578.3558             60940 
      639.2432                  714.0553                  786.3803             60941 
      841.6852                  892.7185                  955.4368             60942 
      972.4516                 1027.4231                 1040.9892             60943 
     1065.5874                 1105.5401                 1137.2032             60944 
     1165.7931                 1197.5141                 1254.7168             60945 
     1311.7888                 1372.6717                 1385.6006             60946 
     1400.4270                 1408.6269                 1411.9447             60947 
     1422.4576                 1450.6706                 1479.9426             60948 
     1482.0218                 1499.0772                 1977.8610             60949 
     3073.9624                 3085.0038                 3088.2425             60950 
     3142.8483                 3163.8119                 3177.6164             60951 
     3721.3118                 3763.1089                 3795.8763             60952 
Zero-point correction (Hartree): 0.156400 60953 
 60954 
triHPacyl.ptmmpmmppu 60955 
-------------------- 60956 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17553006  60957 



860 
 

Electronic state : 2-A 60958 
Cartesian coordinates (Angs): 60959 
     O      -2.274848      1.246980      -0.381627 60960 
     O      -1.642483      0.653146       0.743741 60961 
     C      -0.765590     -0.378883       0.308434 60962 
     C       0.343442      0.199069      -0.590901 60963 
     C       1.410294     -0.816859      -0.996395 60964 
     O       2.292774     -1.130427       0.061240 60965 
     O       3.362771     -0.197897       0.057149 60966 
     H      -3.105736      0.750783      -0.420401 60967 
     C      -0.258622     -1.017778       1.592407 60968 
     H      -1.107947     -1.296116       2.213459 60969 
     H       0.365544     -0.302329       2.122855 60970 
     H       0.336555     -1.899099       1.368896 60971 
     C      -1.557499     -1.451556      -0.464320 60972 
     O      -2.722799     -1.522468      -0.563469 60973 
     H       2.950936      0.593070       0.436827 60974 
     H      -0.111005      0.624017      -1.486992 60975 
     O       1.006271      1.235150       0.116539 60976 
     O       0.366734      2.475139      -0.120381 60977 
     H      -0.389194      2.438604       0.485033 60978 
     H       0.934699     -1.756439      -1.283214 60979 
     H       1.986631     -0.433440      -1.837354 60980 
Rotational constants (GHz):    1.3943900    0.7205800    0.5670400 60981 
Vibrational harmonic frequencies (cm-1): 60982 
       55.1562                   72.8237                   98.1752             60983 
      138.0882                  152.3839                  184.8375             60984 
      186.1681                  213.7238                  249.1856             60985 
      253.5025                  285.2241                  304.0465             60986 
      339.6014                  368.6190                  388.2765             60987 
      408.2010                  432.0651                  449.8677             60988 
      472.1118                  505.1739                  547.2635             60989 
      620.7496                  733.8627                  762.1440             60990 
      860.0910                  910.3478                  942.3021             60991 
     1000.8937                 1014.5723                 1045.9927             60992 
     1071.6610                 1122.3154                 1143.5202             60993 
     1152.0530                 1173.1742                 1237.2130             60994 
     1315.6027                 1344.3092                 1383.0199             60995 
     1399.6050                 1412.6542                 1419.4454             60996 
     1439.5052                 1460.8844                 1471.4762             60997 
     1484.5458                 1495.6945                 1983.1048             60998 
     3081.4232                 3086.8856                 3103.7618             60999 
     3138.2001                 3167.7691                 3180.9019             61000 
     3757.8747                 3768.7770                 3777.2533             61001 
Zero-point correction (Hartree): 0.156210 61002 
 61003 
triHPacyl.ptmmptmppu 61004 
-------------------- 61005 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17506500  61006 
Electronic state : 2-A 61007 
Cartesian coordinates (Angs): 61008 
     O      -2.469775      1.105362      -0.422362 61009 
     O      -1.763714      0.693750       0.741516 61010 
     C      -0.862985     -0.345975       0.384009 61011 
     C       0.213357      0.200635      -0.581467 61012 
     C       1.366940     -0.762502      -0.858182 61013 
     O       2.253092     -0.873955       0.237501 61014 
     O       3.249026      0.131650       0.130075 61015 
     H      -3.295003      0.607832      -0.334780 61016 
     C      -0.320323     -0.864091       1.706228 61017 
     H      -1.148811     -1.139186       2.355894 61018 
     H       0.269172     -0.080854       2.178179 61019 
     H       0.318336     -1.727393       1.539098 61020 
     C      -1.677798     -1.473298      -0.278446 61021 
     O      -1.275496     -2.425702      -0.826874 61022 
     H       2.770051      0.928171       0.404282 61023 
     H      -0.262400      0.480477      -1.522151 61024 
     O       0.786715      1.362622       0.000224 61025 
     O       0.070987      2.516260      -0.396846 61026 
     H      -0.680543      2.512721       0.214852 61027 
     H       0.983132     -1.765512      -1.043147 61028 
     H       1.924245     -0.424760      -1.730957 61029 
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Rotational constants (GHz):    1.2020000    0.8124700    0.5945900 61030 
Vibrational harmonic frequencies (cm-1): 61031 
       55.3306                   73.5375                   96.7532             61032 
      146.2532                  153.0927                  173.2586             61033 
      192.2639                  206.5720                  244.4363             61034 
      254.8348                  275.2308                  291.5578             61035 
      315.1717                  336.4132                  368.6424             61036 
      422.8658                  437.7119                  451.1732             61037 
      493.2582                  505.2584                  548.4003             61038 
      626.8214                  678.4215                  768.1101             61039 
      861.1657                  908.9233                  945.5735             61040 
     1001.8132                 1010.5577                 1045.0987             61041 
     1071.7050                 1118.4294                 1141.3797             61042 
     1145.0095                 1175.0921                 1232.6132             61043 
     1316.8287                 1341.7807                 1376.5066             61044 
     1402.1739                 1404.3426                 1410.2329             61045 
     1435.0180                 1460.3558                 1475.5295             61046 
     1481.5584                 1495.4169                 1991.7276             61047 
     3085.0819                 3092.9549                 3108.2070             61048 
     3149.3962                 3165.3273                 3178.7423             61049 
     3760.5064                 3772.7416                 3788.4309             61050 
Zero-point correction (Hartree): 0.155976 61051 
 61052 
triHPacyl.ptppmmmpmu 61053 
-------------------- 61054 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17585716  61055 
Electronic state : 2-A 61056 
Cartesian coordinates (Angs): 61057 
     O       1.871105      1.012079      -1.192655 61058 
     O       1.652998      0.893118       0.206109 61059 
     C       0.307648      0.519993       0.424194 61060 
     C       0.020177     -0.870275      -0.162903 61061 
     C      -1.307494     -1.475433       0.301266 61062 
     O      -2.388132     -0.580095       0.227710 61063 
     O      -2.680208     -0.377344      -1.147429 61064 
     H       2.151861      0.111712      -1.424076 61065 
     C       0.097174      0.605583       1.924745 61066 
     H       0.469087      1.563410       2.280798 61067 
     H       0.638054     -0.203570       2.414055 61068 
     H      -0.962564      0.525665       2.159751 61069 
     C      -0.602712      1.600925      -0.252603 61070 
     O      -0.487059      2.754488      -0.124678 61071 
     H      -2.310069      0.510049      -1.290210 61072 
     H       0.049102     -0.828664      -1.252830 61073 
     O       0.970045     -1.816675       0.296934 61074 
     O       2.168616     -1.702574      -0.461582 61075 
     H       2.766377     -1.310420       0.190272 61076 
     H      -1.514126     -2.375085      -0.277968 61077 
     H      -1.235397     -1.741840       1.356744 61078 
Rotational constants (GHz):    1.0816500    0.8845300    0.6362600 61079 
Vibrational harmonic frequencies (cm-1): 61080 
       50.7484                   95.8876                  102.4304             61081 
      133.8423                  172.9774                  180.2562             61082 
      198.8607                  225.0416                  244.7781             61083 
      263.9778                  278.3890                  316.5235             61084 
      337.9251                  358.8883                  392.0018             61085 
      402.6687                  434.4791                  441.0057             61086 
      505.7543                  547.2571                  579.6025             61087 
      618.8064                  673.1656                  737.3098             61088 
      848.1665                  938.5928                  959.4171             61089 
     1009.2205                 1017.1254                 1047.5029             61090 
     1102.4569                 1122.4334                 1140.0368             61091 
     1164.8587                 1194.1463                 1265.9746             61092 
     1294.5265                 1342.8838                 1387.1360             61093 
     1405.3563                 1415.1701                 1416.4477             61094 
     1438.2271                 1445.2644                 1483.3063             61095 
     1495.8449                 1504.5957                 2002.8087             61096 
     3078.0103                 3085.7732                 3097.2684             61097 
     3139.4639                 3159.0709                 3169.8019             61098 
     3668.4665                 3720.8515                 3793.6291             61099 
Zero-point correction (Hartree): 0.156388 61100 
 61101 



862 
 

triHPacyl.ptppmtmpmu 61102 
-------------------- 61103 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17640935  61104 
Electronic state : 2-A 61105 
Cartesian coordinates (Angs): 61106 
     O       2.012125      1.217478      -0.983744 61107 
     O       1.814778      0.850591       0.374382 61108 
     C       0.439429      0.572902       0.565553 61109 
     C       0.039492     -0.719346      -0.190082 61110 
     C      -1.254219     -1.363583       0.317244 61111 
     O      -2.340264     -0.476986       0.384999 61112 
     O      -2.850427     -0.328290      -0.932370 61113 
     H       2.172411      0.354467      -1.400135 61114 
     C       0.254189      0.478510       2.067679 61115 
     H       0.700950      1.351264       2.537532 61116 
     H       0.742631     -0.422369       2.437220 61117 
     H      -0.805353      0.443138       2.314993 61118 
     C      -0.314693      1.824196       0.044528 61119 
     O      -1.174561      1.900918      -0.747420 61120 
     H      -2.533479      0.558986      -1.159688 61121 
     H      -0.027858     -0.525410      -1.262294 61122 
     O       0.988153     -1.745876       0.049108 61123 
     O       2.121635     -1.574501      -0.792092 61124 
     H       2.796714     -1.331111      -0.142961 61125 
     H      -1.498877     -2.215654      -0.315480 61126 
     H      -1.103833     -1.716044       1.338379 61127 
Rotational constants (GHz):    1.2356300    0.8065400    0.6591300 61128 
Vibrational harmonic frequencies (cm-1): 61129 
       66.6736                   75.1259                   96.6991             61130 
      154.1442                  183.1370                  204.2090             61131 
      214.3571                  239.4550                  248.7097             61132 
      267.3623                  278.9892                  324.6101             61133 
      359.0897                  365.6152                  398.6370             61134 
      411.9344                  455.9135                  513.1303             61135 
      517.4093                  550.8675                  580.5619             61136 
      610.7258                  657.5071                  721.9628             61137 
      859.4426                  941.2603                  957.9680             61138 
     1008.3047                 1022.4373                 1051.3320             61139 
     1096.9202                 1126.9074                 1148.4176             61140 
     1162.7902                 1191.4911                 1251.4122             61141 
     1297.2888                 1337.1726                 1376.5023             61142 
     1406.0188                 1412.1341                 1416.6141             61143 
     1448.6014                 1450.4096                 1481.2708             61144 
     1496.8679                 1502.9773                 1984.8491             61145 
     3077.6530                 3089.2917                 3094.2253             61146 
     3143.1467                 3158.3722                 3169.2167             61147 
     3719.8607                 3756.9429                 3790.5146             61148 
Zero-point correction (Hartree): 0.157024 61149 
 61150 
triHPacyl.ptppmtpmmu 61151 
-------------------- 61152 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17823460  61153 
Electronic state : 2-A 61154 
Cartesian coordinates (Angs): 61155 
     O       2.138150      1.182054      -1.061810 61156 
     O       1.901117      0.770776       0.276220 61157 
     C       0.509296      0.594903       0.444372 61158 
     C       0.002223     -0.550793      -0.486704 61159 
     C      -1.112100     -1.410186       0.101052 61160 
     O      -2.245157     -0.652670       0.454017 61161 
     O      -2.884527     -0.251866      -0.750879 61162 
     H       2.228340      0.329212      -1.515988 61163 
     C       0.304428      0.381851       1.937692 61164 
     H       0.739270      1.218987       2.479582 61165 
     H       0.791641     -0.540475       2.247876 61166 
     H      -0.757925      0.317294       2.162536 61167 
     C      -0.189111      1.925399       0.086789 61168 
     O      -1.281292      2.077792      -0.311720 61169 
     H      -2.685821      0.696596      -0.761701 61170 
     H      -0.347867     -0.119118      -1.426405 61171 
     O       1.082432     -1.366353      -0.906095 61172 
     O       1.637652     -2.021139       0.227745 61173 
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     H       2.323892     -1.390507       0.494101 61174 
     H      -1.378941     -2.180647      -0.623361 61175 
     H      -0.787992     -1.887137       1.024336 61176 
Rotational constants (GHz):    1.2183800    0.8503700    0.6572900 61177 
Vibrational harmonic frequencies (cm-1): 61178 
       83.1551                   96.8043                  122.0636             61179 
      155.4712                  169.3698                  183.3072             61180 
      202.1076                  233.4693                  254.2132             61181 
      262.0789                  284.2983                  332.5249             61182 
      365.8771                  395.7620                  443.0498             61183 
      454.2778                  467.1816                  479.5432             61184 
      517.0436                  526.2776                  561.5602             61185 
      605.3518                  655.8165                  780.6361             61186 
      849.4782                  940.0236                  954.3644             61187 
      976.6903                 1022.3824                 1056.2848             61188 
     1097.9023                 1122.3356                 1132.4504             61189 
     1156.7257                 1190.5356                 1242.9162             61190 
     1286.7002                 1344.1197                 1376.8226             61191 
     1402.9134                 1413.0154                 1430.8937             61192 
     1443.0370                 1443.8722                 1486.6261             61193 
     1495.9667                 1506.1751                 1978.5976             61194 
     3083.4597                 3089.4152                 3098.6572             61195 
     3153.5974                 3165.7781                 3171.9032             61196 
     3739.0765                 3758.6383                 3762.6010             61197 
Zero-point correction (Hartree): 0.157205 61198 
 61199 
triHPacyl.ptpppmmpmu 61200 
-------------------- 61201 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17635499  61202 
Electronic state : 2-A 61203 
Cartesian coordinates (Angs): 61204 
     O       2.117578      0.713946      -0.984239 61205 
     O       1.770949      0.548193       0.384606 61206 
     C       0.359285      0.431666       0.502292 61207 
     C      -0.141005     -0.842350      -0.213021 61208 
     C      -1.561022     -1.262078       0.174586 61209 
     O      -2.496963     -0.214625       0.221349 61210 
     O      -2.721399      0.209883      -1.117104 61211 
     H       2.225197      1.674448      -1.040551 61212 
     C       0.095768      0.416759       2.000037 61213 
     H       0.591640      1.264442       2.468102 61214 
     H       0.492828     -0.508598       2.414313 61215 
     H      -0.973537      0.475516       2.190226 61216 
     C      -0.298151      1.697784      -0.082710 61217 
     O       0.240024      2.705939      -0.341676 61218 
     H      -2.360001      1.108026      -1.088725 61219 
     H      -0.043160     -0.725919      -1.291606 61220 
     O       0.642143     -1.941923       0.208319 61221 
     O       1.746477     -2.114875      -0.660125 61222 
     H       2.390030     -1.482421      -0.309116 61223 
     H      -1.894424     -2.044175      -0.507436 61224 
     H      -1.548291     -1.664319       1.188645 61225 
Rotational constants (GHz):    1.0791400    0.8784000    0.6330400 61226 
Vibrational harmonic frequencies (cm-1): 61227 
       64.7362                   88.9676                   95.9689             61228 
      137.6791                  166.9140                  171.2400             61229 
      193.8635                  218.7045                  237.7625             61230 
      267.2699                  286.2969                  309.6557             61231 
      328.8651                  357.0511                  388.0632             61232 
      395.8885                  415.1590                  433.6905             61233 
      441.3675                  505.4894                  545.7719             61234 
      617.1758                  697.6357                  756.1445             61235 
      852.6770                  932.6543                  958.2579             61236 
     1006.3830                 1025.8866                 1044.8792             61237 
     1102.6081                 1126.6117                 1145.7228             61238 
     1157.0572                 1189.6664                 1237.8771             61239 
     1292.6454                 1337.9443                 1384.4235             61240 
     1401.7649                 1410.2815                 1417.4898             61241 
     1425.4382                 1433.0586                 1481.5280             61242 
     1497.5325                 1502.4858                 1979.0543             61243 
     3081.2265                 3085.3034                 3117.6748             61244 
     3139.2441                 3163.5219                 3171.7952             61245 
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     3749.4697                 3785.1770                 3788.7677             61246 
Zero-point correction (Hartree): 0.156163 61247 
 61248 
triHPacyl.ptppptpmmu 61249 
-------------------- 61250 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17584534  61251 
Electronic state : 2-A 61252 
Cartesian coordinates (Angs): 61253 
     O       2.184219      1.104994      -1.076067 61254 
     O       1.929273      0.708857       0.264065 61255 
     C       0.532826      0.549606       0.418554 61256 
     C      -0.000367     -0.579121      -0.520769 61257 
     C      -1.156786     -1.388068       0.063443 61258 
     O      -2.261048     -0.599777       0.440703 61259 
     O      -2.897702     -0.157549      -0.751391 61260 
     H       2.335728      2.054234      -0.967226 61261 
     C       0.317923      0.335115       1.911379 61262 
     H       0.755194      1.165470       2.462379 61263 
     H       0.799678     -0.592004       2.214134 61264 
     H      -0.745994      0.276991       2.128626 61265 
     C      -0.132437      1.894051       0.058872 61266 
     O      -1.254906      2.111049      -0.197661 61267 
     H      -2.699801      0.789913      -0.726509 61268 
     H      -0.313001     -0.136734      -1.468117 61269 
     O       1.032395     -1.451622      -0.914816 61270 
     O       1.573491     -2.074932       0.244329 61271 
     H       2.357102     -1.525553       0.389843 61272 
     H      -1.458012     -2.135917      -0.670766 61273 
     H      -0.843631     -1.894062       0.975463 61274 
Rotational constants (GHz):    1.2130800    0.8498600    0.6497200 61275 
Vibrational harmonic frequencies (cm-1): 61276 
       75.0033                   98.4454                  123.8750             61277 
      157.0583                  166.3947                  184.4503             61278 
      187.0853                  227.8153                  253.0629             61279 
      267.8471                  280.9051                  312.2864             61280 
      333.2349                  354.5215                  382.3606             61281 
      433.7054                  439.2447                  452.1728             61282 
      468.1870                  518.3144                  555.7820             61283 
      605.0961                  657.5746                  779.0298             61284 
      840.2489                  940.2502                  954.7351             61285 
      977.4129                 1017.9799                 1054.4967             61286 
     1097.0892                 1124.4885                 1133.8834             61287 
     1148.8398                 1188.7294                 1237.5044             61288 
     1286.2918                 1339.1903                 1381.4161             61289 
     1400.2469                 1414.3070                 1416.2900             61290 
     1427.3364                 1438.5322                 1486.7964             61291 
     1496.1384                 1507.2730                 1985.3479             61292 
     3084.6960                 3090.5733                 3102.3852             61293 
     3151.4815                 3165.7948                 3176.5697             61294 
     3774.6978                 3783.0571                 3791.8563             61295 
Zero-point correction (Hartree): 0.156577 61296 
 61297 
triHPacyl.pttpmtmpmu 61298 
-------------------- 61299 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17524711  61300 
Electronic state : 2-A 61301 
Cartesian coordinates (Angs): 61302 
     O      -2.203296      1.144991      -1.022873 61303 
     O      -1.919351      0.863087       0.338137 61304 
     C      -1.084197     -0.276348       0.391102 61305 
     C       0.297939      0.035714      -0.222669 61306 
     C       1.346415     -1.039944       0.039922 61307 
     O       2.535542     -0.763986      -0.664319 61308 
     O       3.374129      0.041185       0.150000 61309 
     H      -1.487993      1.760088      -1.252544 61310 
     C      -1.021942     -0.657336       1.861579 61311 
     H      -2.031486     -0.714338       2.261950 61312 
     H      -0.458090      0.097755       2.407324 61313 
     H      -0.537158     -1.624029       1.983763 61314 
     C      -1.786641     -1.424589      -0.368231 61315 
     O      -1.289217     -2.375134      -0.837663 61316 
     H       2.982598      0.920059       0.045111 61317 
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     H       0.210348      0.177480      -1.301477 61318 
     O       0.837102      1.225130       0.348311 61319 
     O       0.243565      2.367838      -0.256578 61320 
     H      -0.366985      2.653459       0.438238 61321 
     H       1.570598     -1.125804       1.103577 61322 
     H       0.980927     -1.994549      -0.336289 61323 
Rotational constants (GHz):    1.2188700    0.7511400    0.5763200 61324 
Vibrational harmonic frequencies (cm-1): 61325 
       51.7210                   74.7217                  105.8846             61326 
      134.3771                  161.6016                  181.9573             61327 
      204.3162                  223.6841                  243.6885             61328 
      252.3745                  277.8960                  300.8269             61329 
      342.6164                  352.2423                  388.9810             61330 
      391.8726                  417.7276                  510.1845             61331 
      512.9962                  552.1121                  573.5689             61332 
      587.4608                  646.3099                  786.1270             61333 
      878.3427                  890.9764                  957.7289             61334 
      976.7690                 1043.7796                 1052.4348             61335 
     1104.9742                 1119.2558                 1133.3632             61336 
     1163.2909                 1178.7078                 1246.8768             61337 
     1311.2338                 1332.9208                 1377.9590             61338 
     1406.2120                 1409.9304                 1420.8237             61339 
     1444.1565                 1449.7193                 1472.0144             61340 
     1492.4169                 1498.4599                 1984.5195             61341 
     3079.3144                 3088.1871                 3097.7416             61342 
     3152.1680                 3160.4473                 3168.8830             61343 
     3727.9238                 3784.5796                 3787.1204             61344 
Zero-point correction (Hartree): 0.156438 61345 
 61346 
triHPacyl.pttpmtppmu 61347 
-------------------- 61348 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17641335  61349 
Electronic state : 2-A 61350 
Cartesian coordinates (Angs): 61351 
     O       1.916565     -1.429207      -1.273679 61352 
     O       1.830498     -1.183373       0.120660 61353 
     C       1.191789      0.048052       0.315678 61354 
     C      -0.199379      0.072608      -0.374244 61355 
     C      -1.160592      1.076398       0.243076 61356 
     O      -2.367716      1.171089      -0.485920 61357 
     O      -3.180366      0.049448      -0.147907 61358 
     H       1.148405     -2.004662      -1.404817 61359 
     C       1.200643      0.259880       1.823635 61360 
     H       2.225367      0.190870       2.183562 61361 
     H       0.599078     -0.511492       2.297781 61362 
     H       0.808149      1.243514       2.074271 61363 
     C       2.041059      1.188591      -0.305501 61364 
     O       1.677524      2.285803      -0.500305 61365 
     H      -3.121460     -0.480045      -0.954506 61366 
     H      -0.064024      0.332335      -1.426254 61367 
     O      -0.759429     -1.227647      -0.464696 61368 
     O      -1.105689     -1.689100       0.831954 61369 
     H      -2.022726     -1.376651       0.900598 61370 
     H      -1.382358      0.843417       1.284722 61371 
     H      -0.722652      2.073429       0.187928 61372 
Rotational constants (GHz):    1.2941800    0.7460900    0.6032100 61373 
Vibrational harmonic frequencies (cm-1): 61374 
       64.5003                   84.1178                  111.2335             61375 
      137.9867                  167.2280                  174.0304             61376 
      206.2881                  222.2497                  244.4400             61377 
      262.2436                  289.7450                  319.5563             61378 
      335.2540                  368.1821                  383.8394             61379 
      399.9086                  460.7174                  485.4179             61380 
      508.0664                  557.7571                  571.7276             61381 
      620.4111                  669.8844                  807.6507             61382 
      851.2148                  911.6911                  952.1325             61383 
      971.1550                 1006.9586                 1056.0540             61384 
     1092.8330                 1112.1959                 1138.7837             61385 
     1161.3817                 1187.8482                 1257.9583             61386 
     1304.8991                 1324.3498                 1395.8881             61387 
     1403.8951                 1408.2512                 1418.8392             61388 
     1430.2060                 1452.4342                 1479.0984             61389 
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     1493.5868                 1502.6238                 1974.3520             61390 
     3083.4978                 3088.9476                 3096.5328             61391 
     3145.9952                 3161.8939                 3177.5322             61392 
     3719.8551                 3774.9704                 3805.2204             61393 
Zero-point correction (Hartree): 0.156728 61394 
 61395 
triHPacyl.pttppmmpmu 61396 
-------------------- 61397 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17609974  61398 
Electronic state : 2-A 61399 
Cartesian coordinates (Angs): 61400 
     O      -2.005765      1.285502      -0.909128 61401 
     O      -1.767219      0.857758       0.423519 61402 
     C      -0.949635     -0.305135       0.412156 61403 
     C       0.417789     -0.007987      -0.231901 61404 
     C       1.386228     -1.181589      -0.153464 61405 
     O       2.573419     -0.897198      -0.855652 61406 
     O       3.477456     -0.248248       0.025867 61407 
     H      -2.850968      0.853803      -1.103095 61408 
     C      -0.847536     -0.714860       1.873964 61409 
     H      -1.843135     -0.755455       2.311018 61410 
     H      -0.244746      0.017533       2.407026 61411 
     H      -0.385378     -1.695638       1.960342 61412 
     C      -1.654972     -1.442429      -0.349862 61413 
     O      -2.741166     -1.422548      -0.787964 61414 
     H       3.116685      0.649779       0.067299 61415 
     H       0.284243      0.280623      -1.275032 61416 
     O       1.029316      1.073446       0.454736 61417 
     O       0.620244      2.301639      -0.124412 61418 
     H      -0.251912      2.442708       0.272812 61419 
     H       1.631689     -1.433065       0.879136 61420 
     H       0.942002     -2.051096      -0.640585 61421 
Rotational constants (GHz):    1.4017700    0.6593100    0.5532100 61422 
Vibrational harmonic frequencies (cm-1): 61423 
       63.7410                   65.7101                   94.3279             61424 
      125.3129                  152.7529                  182.6072             61425 
      185.8213                  216.8110                  234.8824             61426 
      260.3468                  285.1969                  306.8939             61427 
      328.0163                  367.6620                  396.3534             61428 
      406.6408                  415.7612                  442.8703             61429 
      451.4944                  519.8227                  533.8427             61430 
      584.3864                  709.1862                  777.6604             61431 
      877.5855                  884.9855                  956.5386             61432 
      976.3636                 1044.2917                 1052.8358             61433 
     1104.0015                 1128.2833                 1134.1464             61434 
     1158.5920                 1177.9368                 1235.7194             61435 
     1307.4788                 1325.5562                 1380.7581             61436 
     1408.1771                 1410.9665                 1421.3208             61437 
     1436.4210                 1451.5038                 1470.2877             61438 
     1491.2264                 1498.3393                 1984.0387             61439 
     3076.4168                 3083.9687                 3107.9733             61440 
     3133.6218                 3165.9723                 3170.9056             61441 
     3769.4586                 3775.4602                 3777.8585             61442 
Zero-point correction (Hartree): 0.156025 61443 
 61444 
triHPacyl.pttpptmpmu 61445 
-------------------- 61446 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17554164  61447 
Electronic state : 2-A 61448 
Cartesian coordinates (Angs): 61449 
     O      -2.116437      1.307106      -0.995886 61450 
     O      -1.877078      0.932587       0.353974 61451 
     C      -1.077267     -0.240598       0.365746 61452 
     C       0.316145      0.057432      -0.232574 61453 
     C       1.318218     -1.075438      -0.045921 61454 
     O       2.523902     -0.784192      -0.714897 61455 
     O       3.370578     -0.059141       0.164255 61456 
     H      -2.989484      0.920587      -1.153437 61457 
     C      -1.031363     -0.666570       1.824973 61458 
     H      -2.041383     -0.723707       2.224812 61459 
     H      -0.460181      0.068196       2.389865 61460 
     H      -0.558331     -1.641950       1.915542 61461 
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     C      -1.811743     -1.330675      -0.438182 61462 
     O      -1.423109     -2.398647      -0.715931 61463 
     H       2.975122      0.824876       0.149901 61464 
     H       0.225703      0.292171      -1.293475 61465 
     O       0.865775      1.188424       0.429230 61466 
     O       0.471257      2.376739      -0.235214 61467 
     H      -0.413930      2.533374       0.125186 61468 
     H       1.528753     -1.252690       1.009453 61469 
     H       0.930695     -1.988781      -0.496344 61470 
Rotational constants (GHz):    1.2152200    0.7483200    0.5690300 61471 
Vibrational harmonic frequencies (cm-1): 61472 
       55.6953                   69.5233                   98.8098             61473 
      130.5448                  154.4106                  170.8350             61474 
      186.9787                  215.0541                  240.1068             61475 
      254.4848                  283.1137                  285.8529             61476 
      304.3992                  342.5396                  371.3104             61477 
      393.2519                  416.6297                  442.6661             61478 
      501.4803                  513.8684                  552.0809             61479 
      576.6740                  649.1284                  784.1247             61480 
      880.1088                  886.0436                  953.4491             61481 
      974.1961                 1043.5779                 1052.9795             61482 
     1104.7141                 1122.0594                 1131.7286             61483 
     1152.4086                 1175.7403                 1232.3184             61484 
     1307.7372                 1329.5468                 1378.0374             61485 
     1404.9304                 1408.2094                 1412.5652             61486 
     1431.1522                 1449.7141                 1471.5190             61487 
     1490.3398                 1498.3150                 1993.9310             61488 
     3081.0746                 3085.5720                 3112.7490             61489 
     3145.8769                 3165.0307                 3169.3909             61490 
     3772.0532                 3777.9651                 3787.6738             61491 
Zero-point correction (Hartree): 0.155773 61492 
 61493 
triHPacyl.tmmmmmpmpu 61494 
-------------------- 61495 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17405004  61496 
Electronic state : 2-A 61497 
Cartesian coordinates (Angs): 61498 
     O      -2.807501     -0.898332      -0.480114 61499 
     O      -1.513910     -0.574601      -0.950151 61500 
     C      -0.925479      0.399061      -0.111761 61501 
     C       0.367567      0.797681      -0.854545 61502 
     C       1.191180     -0.399622      -1.311922 61503 
     O       1.384319     -1.352808      -0.283661 61504 
     O       2.726912     -1.309748       0.165477 61505 
     H      -2.618301     -1.625891       0.131852 61506 
     C      -1.821948      1.607011       0.123800 61507 
     H      -2.692095      1.336120       0.714978 61508 
     H      -2.155484      1.978721      -0.844282 61509 
     H      -1.261218      2.386215       0.635171 61510 
     C      -0.620279     -0.207289       1.278032 61511 
     O      -1.119578     -1.151692       1.757005 61512 
     H       2.738420     -0.481878       0.672785 61513 
     H       0.050869      1.343022      -1.747659 61514 
     O       1.085460      1.788238      -0.140330 61515 
     O       1.844801      1.215989       0.915672 61516 
     H       1.189630      1.114787       1.626053 61517 
     H       0.642468     -0.902007      -2.108489 61518 
     H       2.155449     -0.066504      -1.693228 61519 
Rotational constants (GHz):    1.3323600    0.7642900    0.6777600 61520 
Vibrational harmonic frequencies (cm-1): 61521 
       50.5379                   71.1206                  121.2098             61522 
      138.1855                  164.7003                  197.9858             61523 
      207.6809                  216.9951                  225.0251             61524 
      249.3744                  287.6121                  303.5572             61525 
      332.1536                  358.3543                  388.1343             61526 
      400.0789                  450.5760                  491.9573             61527 
      504.7606                  538.7988                  571.4958             61528 
      606.9915                  704.4655                  808.4392             61529 
      836.4522                  911.1310                  954.0367             61530 
      962.7904                 1022.7735                 1051.0625             61531 
     1055.9039                 1130.8355                 1136.7449             61532 
     1155.8256                 1191.3099                 1240.2347             61533 
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     1300.0094                 1347.0186                 1373.2714             61534 
     1399.9260                 1405.8133                 1438.3322             61535 
     1443.2172                 1459.1525                 1470.2455             61536 
     1484.3917                 1499.3770                 1982.3130             61537 
     3081.3616                 3082.8834                 3092.3857             61538 
     3145.2277                 3162.8392                 3179.0257             61539 
     3695.9494                 3716.0193                 3762.6948             61540 
Zero-point correction (Hartree): 0.156193 61541 
 61542 
triHPacyl.tmmmmmppmu 61543 
-------------------- 61544 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17343674  61545 
Electronic state : 2-A 61546 
Cartesian coordinates (Angs): 61547 
     O       3.045535     -0.524499       0.401494 61548 
     O       1.776243     -0.282425       0.974997 61549 
     C       0.931255      0.379720       0.035923 61550 
     C      -0.353436      0.581066       0.870308 61551 
     C      -1.094499     -0.713211       1.192235 61552 
     O      -1.687158     -1.355486       0.079538 61553 
     O      -2.938651     -0.705787      -0.159476 61554 
     H       2.900764     -1.371819      -0.046407 61555 
     C       1.513185      1.695822      -0.444026 61556 
     H       2.480068      1.522451      -0.909322 61557 
     H       1.642375      2.356473       0.412057 61558 
     H       0.837930      2.157834      -1.158173 61559 
     C       0.695312     -0.545999      -1.177590 61560 
     O       1.175005     -1.607249      -1.335931 61561 
     H      -3.469515     -1.449427      -0.468491 61562 
     H       0.000943      0.972544       1.828980 61563 
     O      -1.178167      1.617620       0.392827 61564 
     O      -1.454096      1.428399      -0.987428 61565 
     H      -2.218589      0.829263      -0.966753 61566 
     H      -0.375033     -1.439853       1.572775 61567 
     H      -1.859534     -0.526448       1.946067 61568 
Rotational constants (GHz):    1.4343800    0.7406700    0.6408600 61569 
Vibrational harmonic frequencies (cm-1): 61570 
       47.9369                   79.3881                   96.0146             61571 
      141.2411                  166.1440                  184.4732             61572 
      194.2754                  213.1766                  228.5071             61573 
      251.1060                  259.8767                  294.7467             61574 
      315.6625                  330.7611                  364.6742             61575 
      412.5736                  447.8470                  470.4191             61576 
      505.8712                  531.4688                  563.9978             61577 
      620.1113                  728.6614                  817.4467             61578 
      848.4869                  909.3891                  950.6811             61579 
      959.6928                 1009.6040                 1043.8065             61580 
     1055.7739                 1122.0691                 1147.6008             61581 
     1158.4566                 1201.2352                 1232.0261             61582 
     1308.2005                 1352.1901                 1384.6640             61583 
     1398.0369                 1410.1632                 1420.3776             61584 
     1441.1128                 1458.9517                 1475.3313             61585 
     1487.3002                 1501.7579                 1957.8825             61586 
     3069.8950                 3082.5273                 3087.4874             61587 
     3137.6477                 3166.7233                 3189.5135             61588 
     3705.5481                 3760.5097                 3842.7517             61589 
Zero-point correction (Hartree): 0.156154 61590 
 61591 
triHPacyl.tmmmmmpppu 61592 
-------------------- 61593 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17368528  61594 
Electronic state : 2-A 61595 
Cartesian coordinates (Angs): 61596 
     O       2.944499     -0.346042       0.497542 61597 
     O       1.645714     -0.150072       1.017691 61598 
     C       0.788129      0.412417       0.032434 61599 
     C      -0.470488      0.742705       0.858645 61600 
     C      -1.228285     -0.482914       1.378669 61601 
     O      -1.325979     -1.589492       0.510311 61602 
     O      -2.307977     -1.321227      -0.483016 61603 
     H       2.861273     -1.207509       0.060610 61604 
     C       1.360975      1.650589      -0.637329 61605 
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     H       2.298886      1.407895      -1.128458 61606 
     H       1.538696      2.408435       0.124300 61607 
     H       0.650423      2.035248      -1.364230 61608 
     C       0.543277     -0.640129      -1.076130 61609 
     O       1.280352     -1.500264      -1.385484 61610 
     H      -1.752213     -1.251353      -1.276301 61611 
     H      -0.096032      1.262184       1.745068 61612 
     O      -1.283801      1.740495       0.281116 61613 
     O      -1.714269      1.357567      -1.015073 61614 
     H      -2.473907      0.787271      -0.822657 61615 
     H      -0.675275     -0.889718       2.225634 61616 
     H      -2.221810     -0.176178       1.713597 61617 
Rotational constants (GHz):    1.2786200    0.8100800    0.6906200 61618 
Vibrational harmonic frequencies (cm-1): 61619 
       64.8722                  106.0827                  120.1766             61620 
      140.4933                  171.1402                  181.2671             61621 
      201.7174                  223.8622                  226.0565             61622 
      236.9506                  252.2600                  296.7411             61623 
      318.5306                  356.2081                  374.3496             61624 
      404.5575                  421.6622                  453.6693             61625 
      524.5497                  549.7979                  568.0739             61626 
      616.3696                  709.6688                  789.8747             61627 
      834.5318                  904.2339                  949.9092             61628 
      981.1702                 1022.3662                 1052.5710             61629 
     1060.1002                 1129.6232                 1136.4984             61630 
     1157.9229                 1199.1659                 1243.9435             61631 
     1305.3173                 1358.2294                 1387.2658             61632 
     1402.0704                 1410.3841                 1436.1730             61633 
     1448.4896                 1457.3062                 1471.2833             61634 
     1485.4754                 1497.8505                 1962.1135             61635 
     3070.3081                 3080.2724                 3087.5959             61636 
     3133.5042                 3168.8495                 3186.8257             61637 
     3723.2596                 3753.9514                 3757.7217             61638 
Zero-point correction (Hartree): 0.156203 61639 
 61640 
triHPacyl.tmmmmmtmmu 61641 
-------------------- 61642 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17468198  61643 
Electronic state : 2-A 61644 
Cartesian coordinates (Angs): 61645 
     O       3.033618     -0.187423       0.704395 61646 
     O       1.675996     -0.019956       1.060347 61647 
     C       0.934083      0.450393      -0.054892 61648 
     C      -0.456718      0.729372       0.535914 61649 
     C      -1.079930     -0.486112       1.208905 61650 
     O      -1.309054     -1.554202       0.311189 61651 
     O      -2.497148     -1.262263      -0.423659 61652 
     H       3.024838     -1.071194       0.305065 61653 
     C       1.536960      1.695857      -0.686717 61654 
     H       2.526364      1.479216      -1.079630 61655 
     H       1.619663      2.466908       0.078303 61656 
     H       0.893058      2.047901      -1.487894 61657 
     C       0.862789     -0.640744      -1.147923 61658 
     O       1.558427     -1.584641      -1.216270 61659 
     H      -3.019373     -2.053139      -0.243201 61660 
     H      -0.336586      1.512248       1.293286 61661 
     O      -1.221227      1.218053      -0.545719 61662 
     O      -2.502884      1.571266      -0.059716 61663 
     H      -3.004602      0.775307      -0.293579 61664 
     H      -0.379775     -0.884138       1.942617 61665 
     H      -2.008535     -0.212377       1.708773 61666 
Rotational constants (GHz):    1.4285000    0.7202800    0.6095000 61667 
Vibrational harmonic frequencies (cm-1): 61668 
       39.6904                   67.3235                  111.0677             61669 
      158.0203                  164.8647                  177.9145             61670 
      194.1699                  212.6380                  222.3694             61671 
      238.3547                  250.2756                  288.8544             61672 
      312.7267                  346.7370                  381.5181             61673 
      398.6353                  440.7173                  449.8899             61674 
      489.3643                  510.4897                  557.7076             61675 
      658.6610                  715.5091                  778.0853             61676 
      871.4632                  900.5265                  926.3508             61677 
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      982.9400                 1037.2957                 1051.3456             61678 
     1064.4977                 1115.7163                 1147.4951             61679 
     1162.0428                 1206.0085                 1245.2887             61680 
     1295.1882                 1368.5630                 1378.0061             61681 
     1395.1262                 1404.9802                 1420.4836             61682 
     1447.6582                 1452.6119                 1470.7626             61683 
     1487.1204                 1498.7254                 1965.2529             61684 
     3048.6462                 3085.1938                 3095.3247             61685 
     3149.1310                 3166.5650                 3184.6194             61686 
     3748.0161                 3763.2780                 3833.3310             61687 
Zero-point correction (Hartree): 0.156135 61688 
 61689 
triHPacyl.tmmmmmtmpu 61690 
-------------------- 61691 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17889956  61692 
Electronic state : 2-A 61693 
Cartesian coordinates (Angs): 61694 
     O       3.002804     -0.033125       0.707298 61695 
     O       1.641553      0.075833       1.070153 61696 
     C       0.865619      0.471225      -0.046324 61697 
     C      -0.522266      0.739139       0.552227 61698 
     C      -1.100973     -0.467032       1.278712 61699 
     O      -1.188144     -1.621623       0.469373 61700 
     O      -2.233271     -1.426900      -0.478650 61701 
     H       3.044802     -0.934912       0.353399 61702 
     C       1.420476      1.690622      -0.767227 61703 
     H       2.409207      1.477975      -1.162975 61704 
     H       1.490594      2.510280      -0.053186 61705 
     H       0.753368      1.975276      -1.576341 61706 
     C       0.800603     -0.686399      -1.077566 61707 
     O       1.609937     -1.523471      -1.218172 61708 
     H      -1.730360     -1.185391      -1.272626 61709 
     H      -0.424556      1.559798       1.270629 61710 
     O      -1.309372      1.161094      -0.550013 61711 
     O      -2.619801      1.432706      -0.093444 61712 
     H      -3.049481      0.573592      -0.235651 61713 
     H      -0.426774     -0.750999       2.085828 61714 
     H      -2.077202     -0.227048       1.699639 61715 
Rotational constants (GHz):    1.4154400    0.7396400    0.6329500 61716 
Vibrational harmonic frequencies (cm-1): 61717 
       57.9096                   90.9178                  124.0962             61718 
      152.2674                  161.5417                  170.8689             61719 
      209.4655                  229.4758                  231.5950             61720 
      254.6016                  298.9025                  322.3421             61721 
      346.4184                  378.9676                  394.5774             61722 
      421.8280                  429.4487                  458.1855             61723 
      480.4725                  548.2852                  556.2235             61724 
      657.0244                  702.6349                  787.2861             61725 
      868.5727                  899.7495                  934.3953             61726 
      977.1476                 1038.7172                 1050.7246             61727 
     1065.3092                 1119.4505                 1142.4349             61728 
     1162.9652                 1205.1486                 1244.5346             61729 
     1292.3914                 1365.1339                 1379.4867             61730 
     1402.9335                 1408.4752                 1430.3742             61731 
     1447.5063                 1451.1716                 1479.7855             61732 
     1486.8526                 1498.5764                 1971.4402             61733 
     3055.6519                 3086.6807                 3095.8784             61734 
     3149.0160                 3168.2047                 3186.4359             61735 
     3733.1585                 3743.4599                 3756.8396             61736 
Zero-point correction (Hartree): 0.156656 61737 
 61738 
triHPacyl.tmmmmtmmpu 61739 
-------------------- 61740 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17459318  61741 
Electronic state : 2-A 61742 
Cartesian coordinates (Angs): 61743 
     O      -2.903825     -0.930500      -0.333207 61744 
     O      -1.689211     -0.540545      -0.944121 61745 
     C      -0.904564      0.184477      -0.015059 61746 
     C       0.370662      0.513214      -0.824085 61747 
     C       1.074424     -0.737537      -1.339438 61748 
     O       1.289371     -1.718875      -0.351755 61749 
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     O       2.405528     -1.327043       0.429803 61750 
     H      -2.658449     -1.775329       0.071685 61751 
     C      -1.617154      1.417202       0.518626 61752 
     H      -2.532230      1.122838       1.025607 61753 
     H      -1.863923      2.071425      -0.316221 61754 
     H      -0.968799      1.947552       1.210951 61755 
     C      -0.581736     -0.719726       1.192826 61756 
     O       0.143011     -0.479844       2.084898 61757 
     H       1.988267     -0.907155       1.199509 61758 
     H       0.060233      1.109359      -1.686692 61759 
     O       1.293948      1.256495      -0.057401 61760 
     O       0.927674      2.633927      -0.123065 61761 
     H       1.742323      3.017174      -0.470873 61762 
     H       0.428619     -1.220648      -2.071338 61763 
     H       2.022216     -0.459921      -1.801075 61764 
Rotational constants (GHz):    1.1106700    0.8621600    0.6918100 61765 
Vibrational harmonic frequencies (cm-1): 61766 
       59.8887                  100.6685                  126.6738             61767 
      134.3151                  172.9711                  180.0753             61768 
      192.1954                  208.9511                  220.6379             61769 
      239.3347                  269.9268                  286.5019             61770 
      298.0133                  327.1451                  371.3592             61771 
      385.9080                  407.9915                  437.4619             61772 
      462.8773                  477.6518                  498.3831             61773 
      630.3137                  678.6819                  783.9581             61774 
      874.7808                  915.7539                  930.2318             61775 
      991.0576                 1023.9763                 1050.2263             61776 
     1064.6712                 1125.4060                 1141.6223             61777 
     1167.6436                 1198.1017                 1224.5114             61778 
     1304.1775                 1340.3221                 1364.7140             61779 
     1401.4922                 1406.7253                 1415.3413             61780 
     1427.3459                 1460.4092                 1464.6658             61781 
     1481.9075                 1500.0058                 1966.9473             61782 
     3068.0430                 3084.7441                 3091.1497             61783 
     3151.3491                 3166.2701                 3182.9423             61784 
     3732.9759                 3772.7698                 3827.6767             61785 
Zero-point correction (Hartree): 0.155535 61786 
 61787 
triHPacyl.tmmmmtmppu 61788 
-------------------- 61789 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17388372  61790 
Electronic state : 2-A 61791 
Cartesian coordinates (Angs): 61792 
     O      -2.688093     -1.270291       0.218407 61793 
     O      -1.532345     -1.038986      -0.563836 61794 
     C      -0.921314      0.172773      -0.153236 61795 
     C       0.357611      0.249736      -1.039120 61796 
     C       1.033195     -1.113862      -1.145549 61797 
     O       1.219618     -1.687506       0.134302 61798 
     O       2.453413     -1.238588       0.672023 61799 
     H      -2.329576     -1.815014       0.933841 61800 
     C      -1.888281      1.339357      -0.321264 61801 
     H      -2.809610      1.122969       0.212456 61802 
     H      -2.111609      1.448711      -1.381756 61803 
     H      -1.462831      2.266545       0.045606 61804 
     C      -0.523312      0.069596       1.328987 61805 
     O       0.130447      0.833802       1.937117 61806 
     H       2.235167     -0.357284       1.011684 61807 
     H       0.059302      0.610523      -2.028274 61808 
     O       1.369359      1.079713      -0.508971 61809 
     O       0.908412      2.415212      -0.393785 61810 
     H       0.797455      2.486913       0.566477 61811 
     H       0.393808     -1.801972      -1.692294 61812 
     H       1.994003     -1.013838      -1.648710 61813 
Rotational constants (GHz):    1.1443700    0.8979400    0.7079700 61814 
Vibrational harmonic frequencies (cm-1): 61815 
       31.5761                   80.5557                  112.5775             61816 
      127.9996                  155.2417                  172.8406             61817 
      188.0115                  210.7688                  230.3621             61818 
      261.2360                  286.0464                  316.2160             61819 
      330.4058                  342.7224                  357.4310             61820 
      396.0298                  442.7261                  455.5395             61821 
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      472.5619                  492.8456                  513.4008             61822 
      647.9920                  678.5492                  779.9170             61823 
      874.2244                  907.6201                  936.5238             61824 
      988.4980                 1013.7246                 1049.9858             61825 
     1072.5050                 1118.3028                 1137.5697             61826 
     1160.4503                 1186.5719                 1205.1156             61827 
     1299.9867                 1334.1462                 1358.6273             61828 
     1392.0218                 1408.1669                 1425.1755             61829 
     1440.0258                 1454.3668                 1468.9148             61830 
     1482.0972                 1499.4287                 1964.3062             61831 
     3060.7215                 3091.9250                 3106.0492             61832 
     3169.2567                 3169.4479                 3205.0725             61833 
     3757.7370                 3759.8959                 3779.0226             61834 
Zero-point correction (Hartree): 0.155738 61835 
 61836 
triHPacyl.tmmmmtpmpu 61837 
-------------------- 61838 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17369095  61839 
Electronic state : 2-A 61840 
Cartesian coordinates (Angs): 61841 
     O      -2.831885     -1.160823       0.247334 61842 
     O      -1.682141     -0.989166      -0.559444 61843 
     C      -1.016097      0.196558      -0.169881 61844 
     C       0.194081      0.234561      -1.134322 61845 
     C       1.038549     -1.033688      -1.071297 61846 
     O       1.291608     -1.456127       0.255970 61847 
     O       2.632444     -1.173820       0.612803 61848 
     H      -2.489392     -1.721653       0.958264 61849 
     C      -1.895807      1.429780      -0.316500 61850 
     H      -2.747081      1.371039       0.356292 61851 
     H      -2.257904      1.479520      -1.342772 61852 
     H      -1.319154      2.324577      -0.093796 61853 
     C      -0.622358      0.082786       1.317027 61854 
     O      -0.081044      0.886076       1.981031 61855 
     H       2.622666     -0.205312       0.684282 61856 
     H      -0.238690      0.295001      -2.137174 61857 
     O       0.914002      1.448421      -1.054133 61858 
     O       1.818665      1.434762       0.042218 61859 
     H       1.290755      1.805604       0.765943 61860 
     H       0.476045     -1.836198      -1.547491 61861 
     H       1.979362     -0.887135      -1.599934 61862 
Rotational constants (GHz):    1.2981000    0.7855700    0.7064000 61863 
Vibrational harmonic frequencies (cm-1): 61864 
       39.9696                   57.6377                  109.2410             61865 
      139.3815                  179.2656                  189.8575             61866 
      195.3699                  215.7619                  237.9516             61867 
      244.9787                  281.4588                  301.8566             61868 
      319.5580                  353.1288                  383.1484             61869 
      428.7216                  448.1077                  481.7401             61870 
      497.6182                  525.0060                  561.7214             61871 
      623.7964                  682.1281                  795.3436             61872 
      839.0161                  923.5646                  956.2733             61873 
      956.7303                 1023.8004                 1049.5128             61874 
     1054.0965                 1126.4783                 1137.7601             61875 
     1159.1781                 1195.7600                 1224.1443             61876 
     1299.4142                 1333.3386                 1373.2817             61877 
     1398.0522                 1404.9541                 1424.1439             61878 
     1443.2833                 1465.5243                 1469.8754             61879 
     1479.5556                 1498.7290                 1970.0003             61880 
     3074.4021                 3082.4407                 3093.0305             61881 
     3148.1056                 3162.8507                 3178.3657             61882 
     3712.3422                 3749.5233                 3778.0385             61883 
Zero-point correction (Hartree): 0.156005 61884 
 61885 
triHPacyl.tmmmmtpppu 61886 
-------------------- 61887 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17366847  61888 
Electronic state : 2-A 61889 
Cartesian coordinates (Angs): 61890 
     O      -2.967923     -0.875350      -0.093445 61891 
     O      -1.844240     -0.499389      -0.864692 61892 
     C      -0.944080      0.250238      -0.055335 61893 
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     C       0.204191      0.516299      -1.057587 61894 
     C       1.048123     -0.716671      -1.392887 61895 
     O       1.360259     -1.586954      -0.327451 61896 
     O       2.418112     -1.027931       0.440094 61897 
     H      -2.682162     -1.723109       0.276856 61898 
     C      -1.564617      1.533714       0.468983 61899 
     H      -2.447728      1.301545       1.058467 61900 
     H      -1.851765      2.154639      -0.378425 61901 
     H      -0.841286      2.066954       1.080069 61902 
     C      -0.563794     -0.637155       1.150545 61903 
     O       0.125429     -0.401070       2.070200 61904 
     H       1.989186     -0.936697       1.307135 61905 
     H      -0.304553      0.790408      -1.987232 61906 
     O       0.939491      1.684473      -0.788244 61907 
     O       1.511152      1.625494       0.507683 61908 
     H       2.291623      1.066598       0.370698 61909 
     H       0.467911     -1.352395      -2.061954 61910 
     H       1.961606     -0.400668      -1.901096 61911 
Rotational constants (GHz):    1.2760900    0.8037800    0.7396800 61912 
Vibrational harmonic frequencies (cm-1): 61913 
       78.8735                  120.2892                  134.5588             61914 
      151.8676                  173.5245                  185.3648             61915 
      212.7797                  217.9370                  234.0228             61916 
      238.8485                  257.1272                  275.9316             61917 
      308.0519                  319.3262                  364.9431             61918 
      398.9094                  419.4999                  473.3140             61919 
      496.9404                  564.8781                  568.6250             61920 
      612.5927                  668.3561                  779.0509             61921 
      838.9956                  918.7593                  951.4858             61922 
      975.1061                 1024.0700                 1048.1658             61923 
     1060.1462                 1126.1372                 1138.8657             61924 
     1163.1882                 1200.6292                 1223.9689             61925 
     1302.5430                 1349.6870                 1389.5818             61926 
     1401.5936                 1408.8160                 1424.7761             61927 
     1447.7367                 1458.3594                 1478.8964             61928 
     1484.3033                 1497.9035                 1973.4849             61929 
     3068.3395                 3076.9825                 3084.8289             61930 
     3135.7852                 3166.3821                 3184.8159             61931 
     3724.7533                 3748.5639                 3773.3613             61932 
Zero-point correction (Hartree): 0.156070 61933 
 61934 
triHPacyl.tmmmmttmpu 61935 
-------------------- 61936 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.20370532  61937 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.08679453  61938 
     T1 diagnostic:  0.015633  61939 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.05287312  61940 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.06846688  61941 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.05519009  61942 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.06970056  61943 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.52073401  61944 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.51693468  61945 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17926125  61946 
Electronic state : 2-A 61947 
Cartesian coordinates (Angs): 61948 
     O      -3.088937     -0.554124      -0.518175 61949 
     O      -1.824923     -0.196297      -1.041663 61950 
     C      -1.024726      0.330501      -0.000473 61951 
     C       0.303695      0.659243      -0.705823 61952 
     C       0.958485     -0.557045      -1.344386 61953 
     O       1.200743     -1.611432      -0.436195 61954 
     O       2.275161     -1.231826       0.416249 61955 
     H      -2.940302     -1.473045      -0.251658 61956 
     C      -1.649842      1.549236       0.660665 61957 
     H      -2.606742      1.285623       1.102617 61958 
     H      -1.807994      2.312127      -0.101014 61959 
     H      -0.983529      1.934782       1.427562 61960 
     C      -0.828921     -0.757294       1.083475 61961 
     O      -0.155937     -0.697356       2.042386 61962 
     H       1.805284     -1.017185       1.239012 61963 
     H       0.081068      1.382631      -1.499029 61964 
     O       1.098850      1.273123       0.292554 61965 
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     O       2.354293      1.601763      -0.268785 61966 
     H       2.869477      0.809392      -0.046513 61967 
     H       0.273510     -0.981353      -2.077399 61968 
     H       1.883075     -0.271630      -1.845289 61969 
Rotational constants (GHz):    1.3730600    0.7440000    0.6916200 61970 
Vibrational harmonic frequencies (cm-1): 61971 
       70.8518                  113.4248                  134.0989             61972 
      142.4229                  162.4140                  185.2900             61973 
      201.8769                  210.8572                  232.9182             61974 
      252.9813                  284.9499                  302.9375             61975 
      326.3296                  362.0083                  391.5972             61976 
      398.4286                  443.7724                  446.1190             61977 
      491.5360                  530.5254                  559.6772             61978 
      638.0243                  695.2264                  782.4413             61979 
      865.5707                  913.3983                  933.3374             61980 
      978.0884                 1037.9955                 1043.6731             61981 
     1062.7239                 1122.0210                 1136.4421             61982 
     1168.9183                 1211.2276                 1230.8886             61983 
     1291.5382                 1358.2817                 1371.9859             61984 
     1400.9966                 1405.8274                 1427.3796             61985 
     1443.5084                 1454.1313                 1478.5516             61986 
     1484.5721                 1498.0086                 1973.3852             61987 
     3038.9357                 3083.0473                 3098.3208             61988 
     3150.7307                 3164.7908                 3185.6552             61989 
     3722.9463                 3733.1236                 3776.4894             61990 
Zero-point correction (Hartree): 0.156299 61991 
 61992 
triHPacyl.tmmmpttmpu 61993 
-------------------- 61994 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17586823  61995 
Electronic state : 2-A 61996 
Cartesian coordinates (Angs): 61997 
     O      -3.065520     -0.653883      -0.493426 61998 
     O      -1.840275     -0.187137      -1.032856 61999 
     C      -1.028977      0.286143       0.025368 62000 
     C       0.283103      0.660895      -0.688895 62001 
     C       0.963818     -0.526266      -1.356909 62002 
     O       1.265270     -1.585717      -0.474273 62003 
     O       2.325937     -1.174296       0.380693 62004 
     H      -3.687497      0.008040      -0.821143 62005 
     C      -1.648972      1.468137       0.755168 62006 
     H      -2.586115      1.171983       1.220724 62007 
     H      -1.833184      2.269164       0.038736 62008 
     H      -0.968294      1.825320       1.522886 62009 
     C      -0.793371     -0.846516       1.052337 62010 
     O      -0.128466     -0.779310       2.018437 62011 
     H       1.850882     -1.011982       1.212658 62012 
     H       0.034233      1.389405      -1.470084 62013 
     O       1.071861      1.284268       0.308452 62014 
     O       2.315216      1.646167      -0.259017 62015 
     H       2.845542      0.858246      -0.055723 62016 
     H       0.274227     -0.964784      -2.077422 62017 
     H       1.864410     -0.200471      -1.877122 62018 
Rotational constants (GHz):    1.3810800    0.7382400    0.6887100 62019 
Vibrational harmonic frequencies (cm-1): 62020 
       71.3027                  109.8944                  127.5017             62021 
      154.3649                  173.6773                  177.6148             62022 
      204.3533                  215.7344                  234.5578             62023 
      248.6055                  255.1301                  290.4113             62024 
      325.0506                  349.0187                  389.4595             62025 
      394.5667                  435.3673                  446.1879             62026 
      485.1799                  535.7531                  570.0195             62027 
      636.9091                  703.1024                  785.1887             62028 
      863.7698                  915.2051                  931.4027             62029 
      977.3473                 1037.8547                 1043.5739             62030 
     1062.9953                 1123.5957                 1136.2046             62031 
     1171.8605                 1210.0859                 1229.6635             62032 
     1294.5143                 1360.4474                 1371.1143             62033 
     1398.8188                 1405.2134                 1411.2610             62034 
     1445.1170                 1456.1349                 1477.4096             62035 
     1486.8060                 1501.0719                 1963.1881             62036 
     3034.2704                 3076.5380                 3094.8622             62037 
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     3148.7278                 3157.1906                 3181.0733             62038 
     3720.4514                 3734.9019                 3817.0166             62039 
Zero-point correction (Hartree): 0.156188 62040 
 62041 
triHPacyl.tmppmmppmu 62042 
-------------------- 62043 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17473398  62044 
Electronic state : 2-A 62045 
Cartesian coordinates (Angs): 62046 
     O       2.535473     -0.809254      -0.688519 62047 
     O       1.353032     -0.052215      -0.845056 62048 
     C       0.249015     -0.685593      -0.193925 62049 
     C      -0.945453      0.219116      -0.582466 62050 
     C      -1.130720      1.433580       0.325452 62051 
     O       0.086894      2.077988       0.607577 62052 
     O       0.561355      2.651909      -0.603885 62053 
     H       2.822052     -0.558580       0.204262 62054 
     C       0.059625     -2.122296      -0.650310 62055 
     H       0.963367     -2.693035      -0.455870 62056 
     H      -0.146691     -2.125034      -1.719323 62057 
     H      -0.780058     -2.569923      -0.125583 62058 
     C       0.487374     -0.695341       1.329781 62059 
     O       1.522130     -0.614588       1.877441 62060 
     H       1.222752      1.996214      -0.874382 62061 
     H      -0.745120      0.547719      -1.604362 62062 
     O      -2.153804     -0.493118      -0.725821 62063 
     O      -2.518696     -1.020245       0.550842 62064 
     H      -3.407228     -0.659148       0.655923 62065 
     H      -1.838522      2.127414      -0.132016 62066 
     H      -1.500676      1.113765       1.299532 62067 
Rotational constants (GHz):    1.0533600    0.9189300    0.6760900 62068 
Vibrational harmonic frequencies (cm-1): 62069 
       66.4699                   96.9616                  101.3728             62070 
      137.9400                  155.7611                  181.4413             62071 
      195.2454                  198.7959                  228.3225             62072 
      232.9504                  255.9597                  298.6989             62073 
      317.8331                  355.6189                  368.4942             62074 
      409.1658                  444.8447                  450.1756             62075 
      497.7270                  513.5214                  575.8657             62076 
      603.5333                  698.3185                  740.5436             62077 
      879.3334                  897.4033                  956.9352             62078 
      975.4289                 1037.0967                 1053.2992             62079 
     1113.7849                 1124.7252                 1139.4363             62080 
     1160.2221                 1183.7916                 1235.6333             62081 
     1287.3568                 1340.1863                 1368.5606             62082 
     1395.4320                 1404.1264                 1426.6843             62083 
     1441.7445                 1456.3703                 1484.8587             62084 
     1490.3998                 1496.8028                 1973.4169             62085 
     3074.4321                 3088.7681                 3098.5787             62086 
     3140.3758                 3170.0688                 3185.9288             62087 
     3738.1085                 3743.9587                 3833.2113             62088 
Zero-point correction (Hartree): 0.156105 62089 
 62090 
triHPacyl.tmppmtppmu 62091 
-------------------- 62092 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17387988  62093 
Electronic state : 2-A 62094 
Cartesian coordinates (Angs): 62095 
     O       2.190253     -1.803979      -0.203402 62096 
     O       1.445621     -0.696657      -0.667109 62097 
     C       0.100675     -0.773279      -0.188648 62098 
     C      -0.521597      0.538947      -0.736901 62099 
     C      -0.338360      1.746235       0.180844 62100 
     O       0.964982      1.811878       0.707805 62101 
     O       1.852252      2.092843      -0.367218 62102 
     H       2.384427     -1.550542       0.712952 62103 
     C      -0.604280     -2.020272      -0.690106 62104 
     H      -0.053120     -2.903978      -0.379911 62105 
     H      -0.644830     -1.985097      -1.777697 62106 
     H      -1.616019     -2.057054      -0.294891 62107 
     C       0.161811     -0.825998       1.353755 62108 
     O      -0.715035     -0.722226       2.119253 62109 



876 
 

     H       2.177521      1.203964      -0.580868 62110 
     H      -0.014625      0.720383      -1.687845 62111 
     O      -1.863097      0.393470      -1.135881 62112 
     O      -2.646594      0.104680       0.021728 62113 
     H      -3.287718      0.825562       0.003203 62114 
     H      -0.579612      2.660251      -0.364296 62115 
     H      -0.982570      1.652637       1.054269 62116 
Rotational constants (GHz):    1.0458500    0.9278400    0.7015200 62117 
Vibrational harmonic frequencies (cm-1): 62118 
       61.1584                  103.8493                  116.1392             62119 
      143.3395                  145.0446                  182.0420             62120 
      190.6136                  200.1935                  220.3980             62121 
      230.4230                  261.8499                  280.7171             62122 
      318.8659                  330.2495                  364.3192             62123 
      405.6069                  425.8039                  469.6553             62124 
      500.8532                  520.3002                  549.4151             62125 
      627.9643                  661.5051                  724.0276             62126 
      874.7446                  918.1781                  958.3413             62127 
      976.1810                 1032.4536                 1052.1787             62128 
     1111.5408                 1124.2729                 1140.6900             62129 
     1169.3794                 1180.3580                 1216.5236             62130 
     1285.2298                 1337.6165                 1363.6740             62131 
     1393.7600                 1404.4898                 1425.3918             62132 
     1436.2094                 1446.9215                 1484.3049             62133 
     1492.4263                 1497.6639                 2000.3574             62134 
     3078.8710                 3086.7251                 3087.7904             62135 
     3147.9394                 3167.9221                 3184.5400             62136 
     3736.5346                 3741.5109                 3831.3081             62137 
Zero-point correction (Hartree): 0.155873 62138 
 62139 
triHPacyl.tmtmmmtmpu 62140 
-------------------- 62141 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17498333  62142 
Electronic state : 2-A 62143 
Cartesian coordinates (Angs): 62144 
     O      -2.877184     -0.830759      -0.998125 62145 
     O      -1.469905     -0.844845      -0.862722 62146 
     C      -1.043474      0.327207      -0.191114 62147 
     C       0.489525      0.220652      -0.231066 62148 
     C       0.997031     -1.071560       0.398827 62149 
     O       2.405307     -1.075584       0.526200 62150 
     O       2.958096     -1.139524      -0.780053 62151 
     H      -3.158269     -1.266345      -0.179302 62152 
     C      -1.549933      1.607322      -0.832610 62153 
     H      -2.634264      1.652473      -0.783438 62154 
     H      -1.242152      1.615417      -1.877405 62155 
     H      -1.123334      2.465899      -0.321369 62156 
     C      -1.519872      0.298299       1.281744 62157 
     O      -2.317811     -0.433813       1.732744 62158 
     H       3.071361     -0.200945      -0.995447 62159 
     H       0.785649      0.283965      -1.280561 62160 
     O       0.979300      1.358179       0.458456 62161 
     O       2.314580      1.597264       0.032545 62162 
     H       2.816194      1.198925       0.758634 62163 
     H       0.639598     -1.151955       1.428136 62164 
     H       0.666502     -1.936312      -0.176287 62165 
Rotational constants (GHz):    1.5020200    0.5993000    0.5537100 62166 
Vibrational harmonic frequencies (cm-1): 62167 
       45.5494                   71.6029                   96.3764             62168 
      137.6745                  156.3432                  166.1827             62169 
      182.7021                  202.9233                  224.8119             62170 
      250.6286                  292.8341                  314.5817             62171 
      346.0968                  374.8773                  390.4258             62172 
      408.4788                  420.2651                  435.4386             62173 
      475.9917                  509.3415                  556.0961             62174 
      572.6279                  712.0877                  758.9540             62175 
      894.3982                  902.4785                  963.9883             62176 
      992.8389                 1034.3705                 1057.7434             62177 
     1083.2804                 1136.3422                 1147.0550             62178 
     1161.4359                 1204.6972                 1244.9521             62179 
     1306.9309                 1333.8757                 1373.1733             62180 
     1404.4331                 1420.9938                 1429.6086             62181 
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     1441.3794                 1441.7050                 1470.9214             62182 
     1486.6390                 1497.7486                 1974.1769             62183 
     3073.9082                 3086.7989                 3088.1839             62184 
     3137.1234                 3168.6113                 3185.2552             62185 
     3748.8928                 3764.3815                 3782.8791             62186 
Zero-point correction (Hartree): 0.156155 62187 
 62188 
triHPacyl.tmtmmppppu 62189 
-------------------- 62190 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17493364  62191 
Electronic state : 2-A 62192 
Cartesian coordinates (Angs): 62193 
     O      -2.887449     -1.223540      -0.062251 62194 
     O      -1.476094     -1.227999      -0.164451 62195 
     C      -1.017205      0.088865      -0.424928 62196 
     C       0.506278     -0.116539      -0.541968 62197 
     C       1.104865     -0.864586       0.653870 62198 
     O       2.490379     -0.601964       0.762447 62199 
     O       3.119939     -1.100069      -0.409120 62200 
     H      -3.012031     -1.087262       0.888823 62201 
     C      -1.606505      0.689335      -1.685553 62202 
     H      -2.675598      0.848597      -1.570582 62203 
     H      -1.437565      0.006567      -2.517159 62204 
     H      -1.121356      1.641737      -1.888491 62205 
     C      -1.350675      1.007356       0.772390 62206 
     O      -1.834333      0.662701       1.785422 62207 
     H       3.162957     -0.306744      -0.962475 62208 
     H       0.665248     -0.695647      -1.454072 62209 
     O       1.203422      1.082888      -0.804052 62210 
     O       1.250257      1.867947       0.379754 62211 
     H       2.057563      1.531798       0.799928 62212 
     H       0.689847     -0.511559       1.598497 62213 
     H       0.921415     -1.933775       0.560668 62214 
Rotational constants (GHz):    1.4804400    0.6386100    0.6030600 62215 
Vibrational harmonic frequencies (cm-1): 62216 
       38.9827                   59.2956                   99.0719             62217 
      132.9011                  161.7555                  166.1507             62218 
      190.7201                  212.8885                  243.7344             62219 
      278.9553                  282.7131                  316.2861             62220 
      350.2254                  360.8706                  397.1430             62221 
      412.2796                  425.7549                  440.1244             62222 
      483.8665                  494.8325                  584.8242             62223 
      663.1404                  727.4440                  750.3346             62224 
      871.8895                  907.4478                  957.7595             62225 
      982.3283                 1014.9355                 1048.2592             62226 
     1079.9754                 1128.5835                 1145.2388             62227 
     1167.6438                 1205.1706                 1235.2917             62228 
     1296.1983                 1330.8487                 1381.4636             62229 
     1405.7822                 1408.3644                 1426.1894             62230 
     1433.8803                 1440.5665                 1483.8184             62231 
     1487.3781                 1499.6207                 1966.4630             62232 
     3081.7330                 3092.5058                 3095.1982             62233 
     3148.7886                 3163.3034                 3173.8884             62234 
     3747.5099                 3768.0673                 3778.1361             62235 
Zero-point correction (Hartree): 0.156347 62236 
 62237 
triHPacyl.tmtpmmppmu 62238 
-------------------- 62239 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17644898  62240 
Electronic state : 2-A 62241 
Cartesian coordinates (Angs): 62242 
     O      -3.080245     -0.630020      -0.697597 62243 
     O      -1.689769     -0.682992      -0.949063 62244 
     C      -1.020673      0.310150      -0.182127 62245 
     C       0.449792      0.115645      -0.620904 62246 
     C       1.092700     -1.113776       0.005480 62247 
     O       2.382840     -1.362126      -0.510421 62248 
     O       3.288838     -0.452632       0.108852 62249 
     H      -3.168720     -1.237083       0.052309 62250 
     C      -1.520264      1.714906      -0.456141 62251 
     H      -2.581875      1.779821      -0.232509 62252 
     H      -1.358410      1.949983      -1.506863 62253 
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     H      -0.971594      2.424187       0.158395 62254 
     C      -1.189471      0.000578       1.321792 62255 
     O      -1.818274     -0.877255       1.783017 62256 
     H       3.441580      0.182546      -0.604125 62257 
     H       0.421497     -0.014475      -1.705616 62258 
     O       1.231617      1.279804      -0.467932 62259 
     O       1.375384      1.565415       0.915472 62260 
     H       2.175577      1.061306       1.135457 62261 
     H       1.140653     -1.038682       1.093804 62262 
     H       0.505664     -1.994166      -0.258086 62263 
Rotational constants (GHz):    1.5426300    0.6226200    0.5759300 62264 
Vibrational harmonic frequencies (cm-1): 62265 
       51.6878                   66.0535                   90.3792             62266 
      134.7552                  161.1282                  181.3557             62267 
      196.6422                  220.8466                  235.1584             62268 
      251.6990                  296.5494                  312.0125             62269 
      336.3516                  361.6553                  377.8402             62270 
      411.6585                  426.1510                  432.0985             62271 
      501.0671                  534.2870                  575.8927             62272 
      634.4452                  708.7359                  755.4237             62273 
      886.8759                  904.4853                  946.2573             62274 
      983.7372                 1004.1174                 1050.1779             62275 
     1102.4207                 1121.9523                 1150.9440             62276 
     1161.5026                 1195.1397                 1228.5204             62277 
     1304.3779                 1316.8145                 1386.2530             62278 
     1407.1182                 1409.9675                 1422.0671             62279 
     1436.7990                 1442.0755                 1476.7580             62280 
     1483.0709                 1497.5804                 1966.3265             62281 
     3074.6165                 3086.8241                 3092.1968             62282 
     3135.9952                 3168.2141                 3180.7946             62283 
     3719.7170                 3768.5215                 3799.4662             62284 
Zero-point correction (Hartree): 0.156204 62285 
 62286 
triHPacyl.tmtpmmpppu 62287 
-------------------- 62288 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17475912  62289 
Electronic state : 2-A 62290 
Cartesian coordinates (Angs): 62291 
     O      -3.083303     -0.700220      -0.637257 62292 
     O      -1.698523     -0.706323      -0.925564 62293 
     C      -1.043463      0.311385      -0.178967 62294 
     C       0.423863      0.170075      -0.653414 62295 
     C       1.096067     -1.070171      -0.079649 62296 
     O       2.389764     -1.267983      -0.611730 62297 
     O       3.288745     -0.411521       0.089444 62298 
     H      -3.129423     -1.302596       0.120127 62299 
     C      -1.595250      1.697966      -0.444124 62300 
     H      -2.651514      1.732572      -0.190240 62301 
     H      -1.470148      1.932963      -1.499889 62302 
     H      -1.049695      2.426063       0.150884 62303 
     C      -1.163074      0.002556       1.328359 62304 
     O      -1.737121     -0.902907       1.808933 62305 
     H       3.879755     -1.057176       0.495581 62306 
     H       0.375502      0.072245      -1.740589 62307 
     O       1.172851      1.345227      -0.480596 62308 
     O       1.391335      1.560544       0.906164 62309 
     H       2.275615      1.175334       1.006158 62310 
     H       1.146335     -1.035749       1.009986 62311 
     H       0.524742     -1.949049      -0.380404 62312 
Rotational constants (GHz):    1.5358600    0.6200600    0.5745200 62313 
Vibrational harmonic frequencies (cm-1): 62314 
       38.7796                   65.8540                   84.8735             62315 
      126.9261                  159.8566                  178.6230             62316 
      184.3819                  221.3252                  234.9226             62317 
      246.7259                  272.5410                  301.3024             62318 
      325.2614                  332.3983                  364.5662             62319 
      406.8931                  421.1740                  436.5550             62320 
      473.3202                  505.3950                  576.5614             62321 
      635.5176                  704.5652                  752.4720             62322 
      885.1878                  903.4027                  946.0707             62323 
      982.3823                 1003.6774                 1049.6359             62324 
     1097.2993                 1121.6794                 1157.5816             62325 
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     1161.4700                 1198.4080                 1225.6360             62326 
     1305.6148                 1318.6026                 1384.9495             62327 
     1397.7644                 1408.1057                 1429.8083             62328 
     1438.3507                 1442.9134                 1470.5580             62329 
     1482.7220                 1498.0579                 1963.1226             62330 
     3077.6057                 3086.2552                 3093.0294             62331 
     3137.4418                 3167.7328                 3179.7620             62332 
     3742.4830                 3766.9938                 3826.6618             62333 
Zero-point correction (Hartree): 0.155831 62334 
 62335 
triHPacyl.tmtpmmtmpu 62336 
-------------------- 62337 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17398169  62338 
Electronic state : 2-A 62339 
Cartesian coordinates (Angs): 62340 
     O      -3.049035     -0.494371      -0.926502 62341 
     O      -1.638277     -0.528319      -1.019189 62342 
     C      -1.072813      0.357686      -0.067536 62343 
     C       0.438391      0.297983      -0.360028 62344 
     C       0.971899     -1.126609      -0.276080 62345 
     O       2.313810     -1.238157      -0.711213 62346 
     O       3.156016     -0.762915       0.337221 62347 
     H      -3.218097     -1.168188      -0.250735 62348 
     C      -1.614865      1.772455      -0.169105 62349 
     H      -2.678196      1.789274       0.053287 62350 
     H      -1.459112      2.128314      -1.186686 62351 
     H      -1.082496      2.415934       0.525474 62352 
     C      -1.334260     -0.169182       1.362400 62353 
     O      -2.069110     -1.036708       1.654964 62354 
     H       3.747408     -1.514015       0.462432 62355 
     H       0.594203      0.694465      -1.365337 62356 
     O       1.060230      1.158441       0.573580 62357 
     O       2.174409      1.776341      -0.047540 62358 
     H       2.884092      1.145079       0.151407 62359 
     H       0.881870     -1.513023       0.742420 62360 
     H       0.415860     -1.766341      -0.960741 62361 
Rotational constants (GHz):    1.5249500    0.5990400    0.5402400 62362 
Vibrational harmonic frequencies (cm-1): 62363 
       44.1906                   51.7540                   77.1549             62364 
      115.4946                  124.0772                  154.4397             62365 
      170.5276                  194.2677                  201.6478             62366 
      233.4953                  249.9535                  309.9398             62367 
      329.5748                  341.8501                  371.0285             62368 
      396.8404                  425.9068                  440.7352             62369 
      457.0053                  519.5885                  539.2800             62370 
      572.0351                  709.9286                  749.8112             62371 
      886.6711                  911.6273                  966.9955             62372 
      985.2075                 1035.9196                 1061.4107             62373 
     1088.7390                 1118.8095                 1150.8040             62374 
     1158.9760                 1200.7395                 1235.1822             62375 
     1311.6316                 1314.2727                 1369.8524             62376 
     1389.7736                 1402.3398                 1432.7128             62377 
     1439.3764                 1459.2923                 1469.3540             62378 
     1487.0236                 1496.6803                 1969.4882             62379 
     3065.0211                 3087.3744                 3094.3602             62380 
     3142.3068                 3168.3838                 3186.5389             62381 
     3741.3895                 3763.5041                 3842.6398             62382 
Zero-point correction (Hartree): 0.155405 62383 
 62384 
triHPacyl.tmtpmtppmu 62385 
-------------------- 62386 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17539347  62387 
Electronic state : 2-A 62388 
Cartesian coordinates (Angs): 62389 
     O      -2.988190     -1.254252       0.049506 62390 
     O      -1.630952     -1.337240      -0.353424 62391 
     C      -1.061575     -0.039806      -0.280572 62392 
     C       0.424994     -0.327032      -0.579360 62393 
     C       1.154704     -0.995493       0.578818 62394 
     O       2.471400     -1.364870       0.225632 62395 
     O       3.284057     -0.194448       0.266440 62396 
     H      -2.944767     -1.595161       0.953372 62397 
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     C      -1.683286      0.928623      -1.264702 62398 
     H      -2.754246      0.988520      -1.088772 62399 
     H      -1.498902      0.578432      -2.279609 62400 
     H      -1.240649      1.913414      -1.136520 62401 
     C      -1.259128      0.458345       1.181565 62402 
     O      -1.501971      1.539525       1.546492 62403 
     H       3.391063     -0.001152      -0.674974 62404 
     H       0.434648     -1.005064      -1.437410 62405 
     O       1.104885      0.808505      -1.066688 62406 
     O       1.175230      1.769955      -0.024014 62407 
     H       2.015299      1.532062       0.401555 62408 
     H       1.176195     -0.366335       1.469966 62409 
     H       0.651428     -1.929942       0.826334 62410 
Rotational constants (GHz):    1.4731300    0.6520300    0.5744000 62411 
Vibrational harmonic frequencies (cm-1): 62412 
       33.2658                   84.2703                   90.7142             62413 
      121.3649                  158.1474                  183.9419             62414 
      207.4864                  215.2750                  236.2595             62415 
      250.8599                  279.7400                  295.4221             62416 
      309.8057                  332.5952                  359.5415             62417 
      379.2232                  423.6472                  475.5617             62418 
      506.2073                  546.8592                  569.2363             62419 
      627.1998                  682.3510                  740.2916             62420 
      888.6741                  926.0817                  944.8983             62421 
      982.4840                 1003.6944                 1045.1241             62422 
     1091.7233                 1118.6884                 1149.1582             62423 
     1158.5018                 1191.1740                 1242.2600             62424 
     1300.0921                 1311.4535                 1383.2532             62425 
     1405.8364                 1408.4786                 1412.0492             62426 
     1418.3061                 1441.7167                 1475.5537             62427 
     1480.2808                 1494.4165                 2006.5540             62428 
     3080.0968                 3082.8225                 3088.1273             62429 
     3143.5409                 3164.6971                 3180.9088             62430 
     3739.8360                 3797.6992                 3801.0326             62431 
Zero-point correction (Hartree): 0.155983 62432 
 62433 
triHPacyl.tpmmmmmppu 62434 
-------------------- 62435 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17609094  62436 
Electronic state : 2-A 62437 
Cartesian coordinates (Angs): 62438 
     O       1.226326     -1.736070      -1.219060 62439 
     O       0.414841     -0.623579      -0.897324 62440 
     C       0.555638     -0.298662       0.478040 62441 
     C      -0.510990      0.773302       0.761114 62442 
     C      -1.923647      0.223083       0.955935 62443 
     O      -2.281210     -0.836616       0.104845 62444 
     O      -2.444197     -0.326134      -1.207116 62445 
     H       2.080013     -1.313097      -1.401168 62446 
     C       0.431382     -1.497233       1.411176 62447 
     H       1.295819     -2.148733       1.317577 62448 
     H      -0.465858     -2.054704       1.154856 62449 
     H       0.370951     -1.145521       2.440812 62450 
     C       1.970580      0.284935       0.715571 62451 
     O       2.886259      0.188293      -0.013167 62452 
     H      -1.553694     -0.447490      -1.571953 62453 
     H      -0.213205      1.285997       1.682264 62454 
     O      -0.594607      1.719874      -0.285523 62455 
     O       0.668178      2.364408      -0.373898 62456 
     H       0.980226      2.060429      -1.237197 62457 
     H      -2.005854     -0.199206       1.957639 62458 
     H      -2.630902      1.048384       0.856108 62459 
Rotational constants (GHz):    1.2726000    0.8295000    0.6890200 62460 
Vibrational harmonic frequencies (cm-1): 62461 
       65.5006                  101.2182                  122.4520             62462 
      135.0165                  170.6995                  176.5027             62463 
      212.9688                  221.1539                  251.7278             62464 
      263.6625                  281.5032                  304.2168             62465 
      332.1382                  366.4043                  382.5144             62466 
      421.2500                  440.5629                  450.9924             62467 
      465.4391                  479.0583                  581.4875             62468 
      611.2175                  706.3316                  809.0423             62469 
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      857.4415                  888.7566                  942.0968             62470 
      984.6553                 1028.9006                 1059.2533             62471 
     1072.3810                 1124.8724                 1150.3996             62472 
     1165.5061                 1186.8038                 1243.2725             62473 
     1314.8499                 1357.1502                 1380.6051             62474 
     1399.3547                 1410.0217                 1413.9824             62475 
     1444.8994                 1456.2453                 1464.1486             62476 
     1486.9377                 1509.3606                 1962.0406             62477 
     3051.1821                 3079.4443                 3084.0255             62478 
     3134.3634                 3162.1110                 3181.8603             62479 
     3748.1128                 3753.7867                 3798.2715             62480 
Zero-point correction (Hartree): 0.156397 62481 
 62482 
triHPacyl.tpmmmmtmpu 62483 
-------------------- 62484 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17600393  62485 
Electronic state : 2-A 62486 
Cartesian coordinates (Angs): 62487 
     O       1.981846     -1.249313      -1.159278 62488 
     O       0.770993     -0.597607      -0.834014 62489 
     C       0.859110     -0.045470       0.468596 62490 
     C      -0.523958      0.535585       0.781018 62491 
     C      -1.609854     -0.502291       1.038632 62492 
     O      -1.721501     -1.519889       0.073252 62493 
     O      -2.088607     -0.912287      -1.158411 62494 
     H       2.493308     -0.524775      -1.551306 62495 
     C       1.315867     -1.053970       1.511867 62496 
     H       2.362519     -1.306134       1.368001 62497 
     H       0.720549     -1.958825       1.404250 62498 
     H       1.185955     -0.639198       2.510470 62499 
     C       1.872342      1.131729       0.463584 62500 
     O       2.652003      1.366490      -0.378082 62501 
     H      -1.219225     -0.805031      -1.577453 62502 
     H      -0.429028      1.132972       1.695439 62503 
     O      -0.777013      1.398888      -0.317152 62504 
     O      -2.076593      1.940162      -0.203061 62505 
     H      -2.581347      1.318274      -0.751138 62506 
     H      -1.378411     -1.030988       1.963933 62507 
     H      -2.564381      0.008647       1.169588 62508 
Rotational constants (GHz):    1.3176300    0.7741700    0.6595800 62509 
Vibrational harmonic frequencies (cm-1): 62510 
       60.6686                   91.0717                  100.9376             62511 
      106.6162                  163.5503                  185.0521             62512 
      208.3735                  234.4375                  243.0389             62513 
      271.9414                  279.8974                  330.4420             62514 
      357.9065                  363.3718                  409.1841             62515 
      418.2662                  435.6502                  470.9148             62516 
      478.9419                  520.8388                  568.1755             62517 
      644.4211                  697.5338                  811.5714             62518 
      846.0543                  894.6768                  943.1654             62519 
      977.5946                 1032.0611                 1049.3269             62520 
     1072.6141                 1125.9739                 1133.5997             62521 
     1169.4300                 1200.1436                 1244.4431             62522 
     1303.3739                 1370.6923                 1383.8647             62523 
     1400.6748                 1415.9322                 1434.8123             62524 
     1443.5713                 1448.4729                 1477.4760             62525 
     1488.8027                 1509.3445                 1982.2512             62526 
     3041.9238                 3082.4177                 3089.3122             62527 
     3132.6884                 3162.6604                 3177.2226             62528 
     3735.7067                 3743.3426                 3756.7853             62529 
Zero-point correction (Hartree): 0.156563 62530 
 62531 
triHPacyl.tpmmmtmppu 62532 
-------------------- 62533 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17575358  62534 
Electronic state : 2-A 62535 
Cartesian coordinates (Angs): 62536 
     O       0.828383     -1.956482      -1.443623 62537 
     O       0.132869     -0.795366      -1.032405 62538 
     C       0.610281     -0.389934       0.238884 62539 
     C      -0.244455      0.833398       0.629135 62540 
     C      -1.622060      0.482607       1.194266 62541 
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     O      -2.274675     -0.592912       0.568148 62542 
     O      -2.680750     -0.185391      -0.727193 62543 
     H       1.624241     -1.581142      -1.849745 62544 
     C       0.573870     -1.493781       1.287140 62545 
     H       1.318792     -2.253704       1.067764 62546 
     H      -0.412482     -1.951028       1.291984 62547 
     H       0.794748     -1.063508       2.263559 62548 
     C       2.094875      0.032016       0.090729 62549 
     O       2.779447      0.473696       0.928785 62550 
     H      -1.916323     -0.452471      -1.261286 62551 
     H       0.311615      1.383202       1.396446 62552 
     O      -0.478218      1.681309      -0.476242 62553 
     O       0.784114      2.116507      -0.958727 62554 
     H       0.829075      1.661665      -1.811164 62555 
     H      -1.509749      0.161343       2.229840 62556 
     H      -2.244338      1.378926       1.161729 62557 
Rotational constants (GHz):    1.2029600    0.8153700    0.7080200 62558 
Vibrational harmonic frequencies (cm-1): 62559 
       72.1013                  101.5131                  115.0237             62560 
      131.4153                  138.6343                  165.6309             62561 
      214.2840                  225.4843                  232.1673             62562 
      255.3826                  279.2845                  292.0457             62563 
      313.7095                  320.3501                  373.5434             62564 
      405.5344                  416.4324                  441.8533             62565 
      464.3345                  485.9804                  588.7503             62566 
      615.4201                  665.0424                  805.5651             62567 
      856.5043                  895.7820                  942.7100             62568 
      985.3259                 1029.0407                 1056.7956             62569 
     1070.8531                 1117.8546                 1149.0478             62570 
     1172.2126                 1186.2192                 1231.5376             62571 
     1315.1807                 1355.8583                 1379.6277             62572 
     1398.1367                 1408.8011                 1413.0110             62573 
     1427.0768                 1456.5200                 1463.6750             62574 
     1486.1152                 1507.9870                 1991.8321             62575 
     3053.0796                 3079.5021                 3083.4580             62576 
     3136.1427                 3162.8920                 3179.5361             62577 
     3740.5095                 3760.2890                 3796.2160             62578 
Zero-point correction (Hartree): 0.155847 62579 
 62580 
triHPacyl.tpmmmttmpu 62581 
-------------------- 62582 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17556748  62583 
Electronic state : 2-A 62584 
Cartesian coordinates (Angs): 62585 
     O       1.729172     -1.763966      -1.173944 62586 
     O       0.585188     -1.012843      -0.819076 62587 
     C       0.935947     -0.101207       0.204291 62588 
     C      -0.327023      0.715937       0.507938 62589 
     C      -1.412375     -0.051148       1.255387 62590 
     O      -1.757367     -1.300750       0.708712 62591 
     O      -2.310640     -1.073662      -0.581138 62592 
     H       2.109272     -1.220706      -1.880011 62593 
     C       1.505129     -0.791950       1.433274 62594 
     H       2.482891     -1.211251       1.212588 62595 
     H       0.835971     -1.600655       1.722720 62596 
     H       1.603529     -0.074991       2.247227 62597 
     C       2.011493      0.878362      -0.345442 62598 
     O       2.433466      1.812329       0.216035 62599 
     H      -1.530213     -1.206412      -1.142974 62600 
     H      -0.029257      1.555482       1.147018 62601 
     O      -0.722132      1.209780      -0.763769 62602 
     O      -1.936235      1.920354      -0.634753 62603 
     H      -2.577078      1.228656      -0.863541 62604 
     H      -1.051385     -0.283461       2.257730 62605 
     H      -2.294364      0.583432       1.350014 62606 
Rotational constants (GHz):    1.2169700    0.8059100    0.6536500 62607 
Vibrational harmonic frequencies (cm-1): 62608 
       62.0715                   87.8365                   97.7210             62609 
      106.1976                  126.4369                  179.7147             62610 
      202.7198                  224.9178                  241.6914             62611 
      249.2452                  272.7089                  307.6360             62612 
      329.9329                  355.5428                  391.2674             62613 
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      396.2072                  466.2819                  483.8706             62614 
      493.3325                  523.5580                  557.0279             62615 
      623.1371                  686.2870                  809.8287             62616 
      845.4529                  900.1720                  950.0214             62617 
      976.0685                 1033.7681                 1048.4729             62618 
     1070.6778                 1121.1758                 1131.2814             62619 
     1173.3209                 1192.7508                 1244.2022             62620 
     1300.1150                 1366.4429                 1376.6611             62621 
     1399.6660                 1411.9019                 1424.0204             62622 
     1438.6533                 1447.2757                 1476.2703             62623 
     1487.7392                 1509.2110                 1995.7603             62624 
     3040.6834                 3079.1274                 3087.7221             62625 
     3133.1885                 3160.2671                 3173.0255             62626 
     3736.2184                 3742.8069                 3770.9811             62627 
Zero-point correction (Hartree): 0.156101 62628 
 62629 
triHPacyl.tpppmmpmpu 62630 
-------------------- 62631 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17489724  62632 
Electronic state : 2-A 62633 
Cartesian coordinates (Angs): 62634 
     O      -2.327814     -0.772460       1.378216 62635 
     O      -1.236440      0.046990       1.004087 62636 
     C      -0.601337     -0.483317      -0.151185 62637 
     C       0.596596      0.434553      -0.433594 62638 
     C       1.684385      0.414052       0.637748 62639 
     O       2.487142     -0.746525       0.548106 62640 
     O       3.168969     -0.707924      -0.700025 62641 
     H      -3.037797     -0.428114       0.814192 62642 
     C      -0.218602     -1.947517      -0.000042 62643 
     H      -1.107097     -2.572217       0.029205 62644 
     H       0.338959     -2.075747       0.924465 62645 
     H       0.411798     -2.250881      -0.833943 62646 
     C      -1.557987     -0.354995      -1.362701 62647 
     O      -2.697809     -0.083262      -1.316720 62648 
     H       4.074643     -0.525753      -0.420963 62649 
     H       1.034081      0.101159      -1.375990 62650 
     O       0.163999      1.753778      -0.709359 62651 
     O      -0.031804      2.453129       0.513730 62652 
     H      -0.899276      2.133444       0.802224 62653 
     H       2.289525      1.315592       0.532646 62654 
     H       1.266876      0.376050       1.642528 62655 
Rotational constants (GHz):    1.3093800    0.6895600    0.5977700 62656 
Vibrational harmonic frequencies (cm-1): 62657 
       43.4834                   58.1958                   90.9568             62658 
      154.5534                  164.9823                  174.5996             62659 
      194.6411                  206.4604                  221.5963             62660 
      236.9440                  241.3037                  292.5419             62661 
      312.6772                  344.6334                  358.2315             62662 
      402.4072                  429.3880                  439.8180             62663 
      447.6514                  532.4040                  553.8756             62664 
      610.6703                  715.9249                  744.4694             62665 
      872.0956                  905.5068                  944.5164             62666 
      975.1213                 1029.3441                 1063.6746             62667 
     1103.6306                 1114.1946                 1125.6049             62668 
     1165.5888                 1183.9827                 1240.3854             62669 
     1290.2829                 1334.7196                 1385.7360             62670 
     1394.5294                 1411.4342                 1422.1411             62671 
     1439.5138                 1445.4070                 1475.5223             62672 
     1479.4132                 1500.5088                 1976.0732             62673 
     3086.0790                 3088.9731                 3109.0803             62674 
     3153.1196                 3169.2820                 3178.6204             62675 
     3751.2958                 3770.4995                 3825.2256             62676 
Zero-point correction (Hartree): 0.155789 62677 
 62678 
triHPacyl.tpppmppmpu 62679 
-------------------- 62680 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17489723  62681 
Electronic state : 2-A 62682 
Cartesian coordinates (Angs): 62683 
     O      -2.327649     -0.772655       1.378452 62684 
     O      -1.236263      0.046770       1.004233 62685 
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     C      -0.601375     -0.483316      -0.151177 62686 
     C       0.596582      0.434527      -0.433587 62687 
     C       1.684369      0.413994       0.637752 62688 
     O       2.487117     -0.746590       0.548094 62689 
     O       3.168979     -0.707878      -0.699973 62690 
     H      -3.037850     -0.427799       0.815012 62691 
     C      -0.218699     -1.947555      -0.000570 62692 
     H      -1.107308     -2.572156       0.029236 62693 
     H       0.339684     -2.076204       0.923407 62694 
     H       0.410856     -2.250840      -0.835188 62695 
     C      -1.558137     -0.354542      -1.362789 62696 
     O      -2.697970     -0.083046      -1.316648 62697 
     H       4.074638     -0.525636      -0.420848 62698 
     H       1.034082      0.101145      -1.376022 62699 
     O       0.164014      1.753802      -0.709300 62700 
     O      -0.031693      2.453080       0.513791 62701 
     H      -0.899162      2.133395       0.802305 62702 
     H       2.289502      1.315569       0.532579 62703 
     H       1.266852      0.376012       1.642560 62704 
Rotational constants (GHz):    1.3093300    0.6895500    0.5977700 62705 
Vibrational harmonic frequencies (cm-1): 62706 
       43.4847                   58.1761                   90.8397             62707 
      154.5855                  165.0561                  174.5463             62708 
      194.6475                  206.6927                  221.7916             62709 
      237.1856                  241.9423                  292.5651             62710 
      312.6661                  344.6284                  358.2096             62711 
      402.4942                  429.3450                  439.6977             62712 
      447.6743                  532.4149                  553.8629             62713 
      610.6467                  715.7347                  744.3355             62714 
      872.0917                  905.6076                  944.5797             62715 
      975.2111                 1029.3983                 1063.6540             62716 
     1103.6671                 1114.2095                 1125.5879             62717 
     1165.6609                 1183.9952                 1240.4347             62718 
     1290.3392                 1334.7833                 1385.8013             62719 
     1394.6315                 1411.5057                 1422.2080             62720 
     1439.5063                 1445.4246                 1475.5898             62721 
     1479.4488                 1500.6188                 1976.2599             62722 
     3085.7983                 3088.6724                 3108.7740             62723 
     3152.8604                 3168.9316                 3178.3002             62724 
     3751.3048                 3770.4559                 3824.9758             62725 
Zero-point correction (Hartree): 0.155789 62726 
 62727 
triHPacyl.tpppmtpmpu 62728 
-------------------- 62729 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17395153  62730 
Electronic state : 2-A 62731 
Cartesian coordinates (Angs): 62732 
     O       2.535052     -0.128951      -1.498233 62733 
     O       1.362687      0.479366      -0.989568 62734 
     C       0.723283     -0.412016      -0.090539 62735 
     C      -0.500984      0.337331       0.458704 62736 
     C      -1.594060      0.613941      -0.573596 62737 
     O      -2.351939     -0.543525      -0.860642 62738 
     O      -3.026899     -0.926789       0.331714 62739 
     H       3.174217      0.040148      -0.789068 62740 
     C       0.390256     -1.752656      -0.724424 62741 
     H       1.300065     -2.308543      -0.935288 62742 
     H      -0.148397     -1.585645      -1.654651 62743 
     H      -0.240076     -2.328966      -0.049679 62744 
     C       1.682804     -0.666967       1.104974 62745 
     O       1.427775     -1.253165       2.082694 62746 
     H      -3.941584     -0.707523       0.115850 62747 
     H      -0.922885     -0.285623       1.249311 62748 
     O      -0.110904      1.522657       1.125898 62749 
     O       0.047651      2.570210       0.176573 62750 
     H       0.915427      2.375060      -0.206895 62751 
     H      -2.231284      1.413265      -0.191987 62752 
     H      -1.180661      0.911609      -1.535798 62753 
Rotational constants (GHz):    1.1134000    0.7192800    0.6524600 62754 
Vibrational harmonic frequencies (cm-1): 62755 
       44.6692                   65.0798                  104.6533             62756 
      125.4949                  155.9901                  174.7080             62757 
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      185.0633                  203.5755                  213.7535             62758 
      235.7449                  254.1357                  294.0970             62759 
      302.2581                  315.7786                  353.0326             62760 
      388.0940                  411.5043                  417.3904             62761 
      490.8562                  497.2423                  561.0379             62762 
      614.5680                  668.9702                  749.3491             62763 
      871.1528                  916.5622                  946.7679             62764 
      974.4303                 1031.7111                 1063.2808             62765 
     1099.6341                 1114.4257                 1119.4219             62766 
     1159.9861                 1186.8866                 1234.3159             62767 
     1294.3986                 1333.3103                 1387.2292             62768 
     1393.4550                 1409.1952                 1419.5181             62769 
     1428.6540                 1441.5305                 1475.5583             62770 
     1479.1755                 1501.2931                 1999.1396             62771 
     3083.3199                 3086.5771                 3109.9528             62772 
     3151.2084                 3168.7453                 3173.5624             62773 
     3754.3704                 3767.5464                 3822.2120             62774 
Zero-point correction (Hartree): 0.155429 62775 
 62776 
triHPacyl.ttppmmmpmu 62777 
-------------------- 62778 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.17552424  62779 
Electronic state : 2-A 62780 
Cartesian coordinates (Angs): 62781 
     O      -2.792068     -0.684361       0.232357 62782 
     O      -1.754110      0.146292      -0.247591 62783 
     C      -0.496085     -0.264698       0.274471 62784 
     C       0.483354      0.821762      -0.233091 62785 
     C       1.862147      0.773563       0.430205 62786 
     O       2.431718     -0.506727       0.522740 62787 
     O       2.771711     -0.914295      -0.796379 62788 
     H      -2.803220     -1.390227      -0.431895 62789 
     C      -0.502891     -0.408789       1.786249 62790 
     H      -1.300699     -1.076196       2.097639 62791 
     H      -0.667403      0.575391       2.223553 62792 
     H       0.450972     -0.807362       2.125022 62793 
     C      -0.129668     -1.622730      -0.367021 62794 
     O      -0.871211     -2.365214      -0.890634 62795 
     H       2.166171     -1.660269      -0.920693 62796 
     H       0.568595      0.758372      -1.318581 62797 
     O       0.004344      2.102697       0.117463 62798 
     O      -0.832686      2.605472      -0.908782 62799 
     H      -1.675583      2.170418      -0.710732 62800 
     H       2.525661      1.452215      -0.105697 62801 
     H       1.772774      1.112102       1.463113 62802 
Rotational constants (GHz):    1.0873000    0.8443800    0.5929100 62803 
Vibrational harmonic frequencies (cm-1): 62804 
       57.1800                   86.1800                   96.6480             62805 
      150.3037                  168.9954                  183.0199             62806 
      190.6042                  224.3863                  239.7405             62807 
      254.7163                  286.5260                  319.3398             62808 
      346.1965                  363.5978                  383.1602             62809 
      399.1910                  431.7490                  435.7169             62810 
      442.9533                  505.1994                  513.8063             62811 
      608.1253                  692.5057                  743.2762             62812 
      874.7667                  919.3734                  956.3589             62813 
     1013.7045                 1027.4251                 1047.4796             62814 
     1106.7541                 1128.5602                 1145.9055             62815 
     1155.3964                 1194.6280                 1230.1032             62816 
     1291.5588                 1336.5317                 1384.7623             62817 
     1403.5920                 1411.5038                 1426.9500             62818 
     1440.5942                 1455.5689                 1480.6140             62819 
     1499.7656                 1504.4730                 1973.6443             62820 
     3083.1171                 3086.7665                 3099.3192             62821 
     3140.3598                 3163.6098                 3182.7092             62822 
     3754.8847                 3760.8044                 3768.0142             62823 
Zero-point correction (Hartree): 0.156220 62824 
 62825 
 62826 
 62827 
CO elimination from (2R,3S)-2-Me-2,3,4-triOOH-1-oxo-butyl (D', R,S-di-HPALD-I) 62828 
============================================================================== 62829 
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 62830 
TS.triHPacyl.COelim.mpmmpppmpu 62831 
------------------------------ 62832 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16023090  62833 
Electronic state : 2-A 62834 
Cartesian coordinates (Angs): 62835 
     O      -0.030834      1.640125      -1.517548 62836 
     O      -0.757578      0.476279      -1.071603 62837 
     C      -0.884930      0.462243       0.298333 62838 
     C       0.081616     -0.452650       1.023143 62839 
     C       1.451368      0.174669       1.277073 62840 
     O       2.056933      0.726083       0.116899 62841 
     O       3.028294     -0.168239      -0.396569 62842 
     H       0.872415      1.434119      -1.208768 62843 
     C      -1.258408      1.751709       0.952839 62844 
     H      -2.058308      2.231264       0.391086 62845 
     H      -0.414370      2.442580       0.986006 62846 
     H      -1.597976      1.558769       1.970174 62847 
     C      -2.588078     -0.624553       0.472295 62848 
     O      -3.162276     -0.866786      -0.479705 62849 
     H       2.466823     -0.876473      -0.763226 62850 
     H      -0.355567     -0.665772       2.003550 62851 
     O       0.131120     -1.743822       0.434345 62852 
     O       0.816235     -1.708796      -0.812447 62853 
     H       0.169559     -1.282099      -1.398074 62854 
     H       1.323431      1.005921       1.973016 62855 
     H       2.129428     -0.555580       1.717157 62856 
Rotational constants (GHz):    1.3623300    0.7319700    0.6488400 62857 
Vibrational harmonic frequencies (cm-1): 62858 
     i390.8216                   22.7131                   62.0145             62859 
       63.1736                  131.8685                  147.5584             62860 
      167.4375                  198.0056                  220.5804             62861 
      235.1134                  238.5259                  268.7046             62862 
      280.0970                  295.5512                  324.7466             62863 
      372.9867                  452.2875                  471.8289             62864 
      482.2534                  504.7463                  586.8858             62865 
      601.9149                  678.1948                  718.2709             62866 
      820.0725                  897.2688                  923.2141             62867 
      947.6037                  962.4660                 1017.3342             62868 
     1031.8059                 1054.2704                 1126.8221             62869 
     1148.4430                 1212.5299                 1264.3387             62870 
     1294.2740                 1327.8282                 1382.2257             62871 
     1397.2582                 1410.5760                 1455.7010             62872 
     1463.1994                 1466.9263                 1472.6563             62873 
     1490.5927                 1491.7566                 2097.2531             62874 
     3062.1062                 3070.8281                 3080.3643             62875 
     3128.8544                 3137.6533                 3154.5536             62876 
     3618.6756                 3644.4551                 3725.4319             62877 
Zero-point correction (Hartree): 0.153332 62878 
 62879 
TS.triHPacyl.COelim.mpmmptpmpu 62880 
------------------------------ 62881 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16018214  62882 
Electronic state : 2-A 62883 
Cartesian coordinates (Angs): 62884 
     O       0.278740      2.137836      -1.007534 62885 
     O      -0.403941      0.880475      -1.126629 62886 
     C      -0.872845      0.494206       0.110699 62887 
     C       0.012449     -0.433399       0.922677 62888 
     C       1.372486      0.169798       1.294417 62889 
     O       2.173197      0.587779       0.207996 62890 
     O       2.959571     -0.495107      -0.252550 62891 
     H       1.187844      1.824703      -0.850536 62892 
     C      -1.659652      1.518386       0.860896 62893 
     H      -2.269240      2.093516       0.166749 62894 
     H      -0.999528      2.215762       1.381520 62895 
     H      -2.304882      1.034996       1.593575 62896 
     C      -2.266307     -0.837082      -0.572253 62897 
     O      -3.224684     -0.903660       0.040042 62898 
     H       2.313956     -1.005591      -0.774178 62899 
     H      -0.501877     -0.617694       1.870966 62900 
     O       0.101885     -1.750230       0.390488 62901 
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     O       0.623540     -1.719093      -0.927061 62902 
     H      -0.141659     -1.448117      -1.460591 62903 
     H       1.196295      1.073250       1.882438 62904 
     H       1.935855     -0.546285       1.893429 62905 
Rotational constants (GHz):    1.3280500    0.7671400    0.6259800 62906 
Vibrational harmonic frequencies (cm-1): 62907 
     i386.0517                   38.5063                   57.3814             62908 
       78.7668                  145.4336                  163.8970             62909 
      169.6987                  196.2123                  221.9951             62910 
      234.8902                  253.0097                  257.2814             62911 
      270.2966                  320.1300                  340.0771             62912 
      346.8976                  410.8153                  452.8376             62913 
      471.0305                  517.6342                  603.2519             62914 
      626.3455                  636.6137                  714.6155             62915 
      825.5145                  922.9072                  946.2515             62916 
      962.2678                  970.3586                 1008.0391             62917 
     1035.8807                 1048.4599                 1127.3082             62918 
     1153.8115                 1193.9404                 1257.2776             62919 
     1312.0037                 1332.5474                 1382.8477             62920 
     1402.2142                 1410.1229                 1435.7304             62921 
     1446.9184                 1456.5224                 1474.0371             62922 
     1485.2335                 1490.5577                 2089.4639             62923 
     3057.3499                 3067.3275                 3076.2659             62924 
     3124.5242                 3128.5314                 3160.4915             62925 
     3643.6075                 3669.0322                 3725.2672             62926 
Zero-point correction (Hartree): 0.153435 62927 
 62928 
TS.triHPacyl.COelim.pmmmpmtmpu 62929 
------------------------------ 62930 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16162539  62931 
Electronic state : 2-A 62932 
Cartesian coordinates (Angs): 62933 
     O      -1.799547     -0.866494      -1.417920 62934 
     O      -1.900636      0.468778      -0.939441 62935 
     C      -0.852708      0.816019      -0.134077 62936 
     C       0.558468      0.686662      -0.675205 62937 
     C       1.002450     -0.680358      -1.180670 62938 
     O       0.839591     -1.725919      -0.245952 62939 
     O       1.795433     -1.541451       0.793438 62940 
     H      -2.299191     -1.348620      -0.742822 62941 
     C      -1.198533      2.099009       0.554437 62942 
     H      -2.219217      2.049614       0.928883 62943 
     H      -1.123585      2.936498      -0.145134 62944 
     H      -0.511448      2.280161       1.376128 62945 
     C      -0.995877     -0.552636       1.504230 62946 
     O      -2.044321     -1.002399       1.538288 62947 
     H       1.261743     -1.078242       1.460531 62948 
     H       0.661692      1.390352      -1.515968 62949 
     O       1.356676      1.153143       0.411146 62950 
     O       2.718346      1.127458       0.036419 62951 
     H       2.980887      0.245293       0.345642 62952 
     H       0.396709     -0.968249      -2.034365 62953 
     H       2.045274     -0.623930      -1.493011 62954 
Rotational constants (GHz):    1.1914200    0.7981100    0.6951500 62955 
Vibrational harmonic frequencies (cm-1): 62956 
     i315.3535                   48.9120                   99.1904             62957 
      117.4600                  127.0284                  137.6373             62958 
      163.8245                  182.5105                  204.6953             62959 
      229.0830                  233.7008                  261.8593             62960 
      271.9326                  291.0700                  332.4833             62961 
      353.0577                  378.0552                  437.6341             62962 
      477.7898                  496.5698                  515.0456             62963 
      559.8441                  582.4370                  718.4843             62964 
      830.6884                  889.5730                  950.8671             62965 
      968.5116                 1027.3869                 1033.1871             62966 
     1055.5107                 1092.0252                 1117.4922             62967 
     1155.9676                 1223.6896                 1264.6344             62968 
     1297.2754                 1351.4163                 1377.2586             62969 
     1407.6080                 1411.4450                 1418.4809             62970 
     1437.0014                 1453.2436                 1480.0619             62971 
     1486.8524                 1491.4622                 2073.4694             62972 
     2981.3763                 3049.1345                 3101.9241             62973 
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     3131.8864                 3177.9161                 3178.7719             62974 
     3710.6067                 3725.0438                 3780.6318             62975 
Zero-point correction (Hartree): 0.153441 62976 
 62977 
TS.triHPacyl.COelim.pmmmpttmpu 62978 
------------------------------ 62979 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16205921  62980 
Electronic state : 2-A 62981 
Cartesian coordinates (Angs): 62982 
     O      -1.933512     -1.520895      -0.863606 62983 
     O      -2.204067     -0.130682      -0.743763 62984 
     C      -1.162166      0.546063      -0.173683 62985 
     C       0.177453      0.531713      -0.891209 62986 
     C       0.795496     -0.822330      -1.207112 62987 
     O       1.009743     -1.623654      -0.060824 62988 
     O       2.151898     -1.120211       0.625250 62989 
     H      -1.961977     -1.799315       0.066588 62990 
     C      -1.649263      1.876657       0.305930 62991 
     H      -2.596095      1.754799       0.827928 62992 
     H      -1.803206      2.551344      -0.541392 62993 
     H      -0.915885      2.329153       0.968340 62994 
     C      -0.931197     -0.507950       1.662591 62995 
     O      -0.127615     -0.101919       2.363432 62996 
     H       1.744858     -0.634293       1.359202 62997 
     H       0.044469      1.064476      -1.845922 62998 
     O       1.015894      1.311350      -0.042962 62999 
     O       2.272302      1.478969      -0.669066 63000 
     H       2.765059      0.722528      -0.311288 63001 
     H       0.124526     -1.397592      -1.837149 63002 
     H       1.739163     -0.679678      -1.733089 63003 
Rotational constants (GHz):    1.1382400    0.8121600    0.7556800 63004 
Vibrational harmonic frequencies (cm-1): 63005 
     i310.1633                   52.7497                  113.6961             63006 
      122.5726                  136.2226                  155.0733             63007 
      165.8051                  183.6436                  199.8901             63008 
      214.8239                  225.2940                  260.0999             63009 
      264.2324                  312.1438                  332.6169             63010 
      348.0504                  376.7865                  409.6823             63011 
      441.3776                  500.7680                  509.8736             63012 
      567.0999                  585.5650                  715.5212             63013 
      830.3677                  888.8232                  948.1720             63014 
      969.4104                 1026.1814                 1032.5404             63015 
     1054.2006                 1092.0276                 1114.2297             63016 
     1154.1400                 1224.1559                 1266.0530             63017 
     1292.8160                 1352.7764                 1374.7019             63018 
     1406.8417                 1408.2475                 1432.1076             63019 
     1435.7396                 1455.1851                 1478.3368             63020 
     1484.4880                 1490.4141                 2073.9505             63021 
     2983.4136                 3046.8789                 3104.9811             63022 
     3130.0125                 3174.2404                 3182.9589             63023 
     3725.8359                 3730.7572                 3756.7627             63024 
Zero-point correction (Hartree): 0.153356 63025 
 63026 
TS.triHPacyl.COelim.pmtmptpppu 63027 
------------------------------ 63028 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16143354  63029 
Electronic state : 2-A 63030 
Cartesian coordinates (Angs): 63031 
     O      -1.132448      2.323192      -0.281595 63032 
     O      -1.709654      1.411548       0.639866 63033 
     C      -1.080122      0.196368       0.547057 63034 
     C       0.440892      0.242772       0.571438 63035 
     C       1.156148      0.745131      -0.700132 63036 
     O       2.408604      0.107068      -0.852961 63037 
     O       3.234700      0.504362       0.231298 63038 
     H      -1.549906      2.043465      -1.112320 63039 
     C      -1.746303     -0.780037       1.459223 63040 
     H      -2.826126     -0.663024       1.395615 63041 
     H      -1.430304     -0.614849       2.492122 63042 
     H      -1.474300     -1.793374       1.173261 63043 
     C      -1.763211     -0.369206      -1.334997 63044 
     O      -2.185392     -1.425374      -1.406523 63045 
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     H       3.056806     -0.196033       0.876495 63046 
     H       0.722182      0.879237       1.418838 63047 
     O       0.958957     -1.021074       0.948637 63048 
     O       0.686253     -1.940745      -0.101029 63049 
     H       1.475668     -1.834486      -0.654937 63050 
     H       0.609346      0.473095      -1.601580 63051 
     H       1.284045      1.824003      -0.664573 63052 
Rotational constants (GHz):    1.2372000    0.7170700    0.6115700 63053 
Vibrational harmonic frequencies (cm-1): 63054 
     i315.7908                   42.9782                   75.4130             63055 
       89.9094                  137.6503                  149.2866             63056 
      174.9446                  194.6754                  208.1430             63057 
      212.5624                  226.7902                  243.7447             63058 
      302.6260                  324.5706                  353.3213             63059 
      369.8777                  384.5344                  428.9368             63060 
      438.7363                  469.1654                  503.0980             63061 
      548.1370                  587.6835                  744.4156             63062 
      814.0510                  940.2589                  956.0565             63063 
      974.9143                 1001.1132                 1032.7406             63064 
     1053.9720                 1095.7524                 1121.1766             63065 
     1160.0703                 1254.2130                 1254.8536             63066 
     1294.9024                 1327.7537                 1359.6605             63067 
     1391.0871                 1409.8885                 1423.6480             63068 
     1426.9364                 1434.8622                 1479.8866             63069 
     1484.3690                 1488.6320                 2085.4816             63070 
     3040.2985                 3057.5260                 3109.0679             63071 
     3136.8110                 3166.6040                 3173.3104             63072 
     3737.2959                 3747.7449                 3768.3402             63073 
Zero-point correction (Hartree): 0.153581 63074 
 63075 
TS.triHPacyl.COelim.pmtpppppmu 63076 
------------------------------ 63077 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16153020  63078 
Electronic state : 2-A 63079 
Cartesian coordinates (Angs): 63080 
     O      -1.784141     -1.428548      -1.187589 63081 
     O      -2.017854     -0.033108      -1.063870 63082 
     C      -1.035218      0.554256      -0.306627 63083 
     C       0.385827      0.096901      -0.612095 63084 
     C       0.907663     -1.037403       0.263436 63085 
     O       2.168539     -1.505883      -0.171620 63086 
     O       3.170947     -0.596884       0.275966 63087 
     H      -2.406109     -1.777057      -0.532309 63088 
     C      -1.324496      2.015159      -0.203033 63089 
     H      -2.380934      2.161191       0.016266 63090 
     H      -1.084976      2.519610      -1.141568 63091 
     H      -0.722270      2.452984       0.587453 63092 
     C      -1.562832     -0.108503       1.648521 63093 
     O      -2.420977     -0.862798       1.598217 63094 
     H       3.379556     -0.123564      -0.541133 63095 
     H       0.399613     -0.246782      -1.651428 63096 
     O       1.290692      1.191642      -0.634664 63097 
     O       1.486492      1.662928       0.691576 63098 
     H       2.234216      1.114870       0.980297 63099 
     H       0.959581     -0.746551       1.312424 63100 
     H       0.246077     -1.895953       0.164655 63101 
Rotational constants (GHz):    1.2979300    0.6664600    0.5886400 63102 
Vibrational harmonic frequencies (cm-1): 63103 
     i300.6523                   43.0620                   47.1454             63104 
      100.3437                  142.5959                  155.6136             63105 
      180.5367                  184.9173                  208.9545             63106 
      221.8067                  232.5092                  250.5790             63107 
      276.5421                  286.2536                  329.0171             63108 
      351.9746                  361.4602                  394.4210             63109 
      424.3142                  488.1917                  551.9997             63110 
      576.1034                  583.2980                  669.6550             63111 
      855.8437                  911.7870                  955.1358             63112 
      971.1912                  998.9361                 1041.2057             63113 
     1053.7012                 1113.2528                 1125.9982             63114 
     1139.6016                 1230.5237                 1267.5465             63115 
     1295.2059                 1316.5545                 1375.1134             63116 
     1396.5768                 1409.6452                 1410.1106             63117 
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     1415.3817                 1445.9025                 1480.0986             63118 
     1482.8234                 1486.9167                 2052.1016             63119 
     3062.1493                 3065.1764                 3100.6967             63120 
     3134.7939                 3160.7042                 3182.7847             63121 
     3722.8802                 3784.1028                 3797.8751             63122 
Zero-point correction (Hartree): 0.153329 63123 
 63124 
TS.triHPacyl.COelim.pmtpptmmpu 63125 
------------------------------ 63126 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16075867  63127 
Electronic state : 2-A 63128 
Cartesian coordinates (Angs): 63129 
     O      -0.760145     -1.066668       1.904647 63130 
     O      -1.325407     -1.523185       0.688127 63131 
     C      -1.137718     -0.587537      -0.291326 63132 
     C       0.234035      0.038627      -0.418021 63133 
     C       1.306452     -1.046685      -0.335180 63134 
     O       2.579057     -0.628755      -0.800171 63135 
     O       3.176353      0.194861       0.191250 63136 
     H      -1.288993     -0.269068       2.082748 63137 
     C      -1.824115     -1.021506      -1.544386 63138 
     H      -2.803325     -1.435630      -1.311120 63139 
     H      -1.245209     -1.787189      -2.069517 63140 
     H      -1.947769     -0.167224      -2.208171 63141 
     C      -2.310441      0.996770       0.411741 63142 
     O      -2.635196      1.732012      -0.396183 63143 
     H       3.810695     -0.402902       0.605193 63144 
     H       0.284506      0.529068      -1.392024 63145 
     O       0.411715      1.043250       0.574094 63146 
     O       1.187027      2.092616       0.020966 63147 
     H       2.089084      1.792870       0.214853 63148 
     H       1.376562     -1.422902       0.685716 63149 
     H       1.047942     -1.868090      -1.006485 63150 
Rotational constants (GHz):    1.2889900    0.6672600    0.5784900 63151 
Vibrational harmonic frequencies (cm-1): 63152 
     i301.3243                   46.0622                   63.9432             63153 
       68.9607                  133.9812                  149.3396             63154 
      150.6854                  170.3612                  183.7445             63155 
      200.6144                  210.2882                  233.7450             63156 
      238.8028                  272.2901                  312.3819             63157 
      334.1028                  381.9457                  423.5668             63158 
      429.4447                  471.1743                  511.4168             63159 
      531.6356                  548.7486                  610.9453             63160 
      875.3048                  930.9844                  963.9587             63161 
      979.3423                 1026.3213                 1056.1553             63162 
     1063.1448                 1091.3113                 1107.9983             63163 
     1129.7498                 1206.0128                 1305.9580             63164 
     1311.9704                 1332.2415                 1381.1950             63165 
     1387.2418                 1409.6720                 1418.5011             63166 
     1449.9322                 1455.1626                 1458.7298             63167 
     1478.6564                 1491.1564                 2087.7334             63168 
     3041.8768                 3077.7389                 3092.8905             63169 
     3119.2355                 3138.7207                 3158.5208             63170 
     3698.5629                 3740.2898                 3822.2499             63171 
Zero-point correction (Hartree): 0.152561 63172 
 63173 
TS.triHPacyl.COelim.pmtpptppmu 63174 
------------------------------ 63175 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16197453  63176 
Electronic state : 2-A 63177 
Cartesian coordinates (Angs): 63178 
     O       1.653793      2.162542      -0.126501 63179 
     O       2.050783      0.966056      -0.775872 63180 
     C       1.171070     -0.046254      -0.481648 63181 
     C      -0.304838      0.308435      -0.629185 63182 
     C      -0.992164      0.852423       0.620496 63183 
     O      -2.319657      1.259923       0.355818 63184 
     O      -3.153403      0.104908       0.311477 63185 
     H       2.002093      2.012101       0.766911 63186 
     C       1.671123     -1.313542      -1.091888 63187 
     H       2.741500     -1.402752      -0.916523 63188 
     H       1.486806     -1.314979      -2.168438 63189 
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     H       1.156251     -2.164941      -0.655190 63190 
     C       1.606902     -0.288072       1.556676 63191 
     O       1.529987     -1.358357       1.941501 63192 
     H      -3.299995      0.010944      -0.639802 63193 
     H      -0.374576      1.072759      -1.410848 63194 
     O      -1.035209     -0.777322      -1.180760 63195 
     O      -1.126766     -1.809388      -0.207372 63196 
     H      -1.949097     -1.567550       0.250118 63197 
     H      -0.984771      0.130074       1.437365 63198 
     H      -0.486988      1.759504       0.943365 63199 
Rotational constants (GHz):    1.1976900    0.7018400    0.6204400 63200 
Vibrational harmonic frequencies (cm-1): 63201 
     i300.5371                   41.0806                   61.7556             63202 
      109.3703                  129.5530                  163.1552             63203 
      178.0678                  192.2040                  198.4296             63204 
      225.2222                  234.2380                  266.7898             63205 
      278.6625                  308.5360                  330.4570             63206 
      360.1056                  395.5175                  417.5699             63207 
      441.5734                  480.6571                  554.8545             63208 
      571.3729                  593.2874                  668.5030             63209 
      855.0232                  912.8806                  956.2970             63210 
      972.6387                  998.6365                 1038.2128             63211 
     1053.7916                 1114.7153                 1124.0042             63212 
     1137.6516                 1235.9801                 1264.7174             63213 
     1297.2066                 1319.6998                 1369.5724             63214 
     1399.2734                 1408.9872                 1411.3905             63215 
     1428.1082                 1445.4502                 1476.7072             63216 
     1479.3776                 1486.3247                 2082.7606             63217 
     3059.1825                 3061.0748                 3096.7330             63218 
     3137.2332                 3170.4808                 3179.2876             63219 
     3716.0055                 3740.4808                 3799.6814             63220 
Zero-point correction (Hartree): 0.153618 63221 
 63222 
TS.triHPacyl.COelim.ppmmmmpmpu 63223 
------------------------------ 63224 
IRC pathway available 63225 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18805922  63226 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.06957720  63227 
     T1 diagnostic:  0.017128  63228 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03102741  63229 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.04844550  63230 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03686691  63231 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05224551  63232 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.50697098  63233 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.49932757  63234 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16364686  63235 
Electronic state : 2-A 63236 
Cartesian coordinates (Angs): 63237 
     O       0.059685     -0.145586       1.910281 63238 
     O      -0.647663     -1.094497       1.127877 63239 
     C      -0.963494     -0.618260      -0.115535 63240 
     C       0.149352     -0.158685      -1.058519 63241 
     C       1.459254     -0.938346      -0.904776 63242 
     O       2.155924     -0.757481       0.313922 63243 
     O       3.056246      0.330632       0.184770 63244 
     H       0.982003     -0.351661       1.661284 63245 
     C      -1.970227     -1.550055      -0.719338 63246 
     H      -2.743787     -1.788786       0.006632 63247 
     H      -1.491618     -2.481583      -1.035942 63248 
     H      -2.432847     -1.085641      -1.588528 63249 
     C      -2.058955      1.082969       0.304212 63250 
     O      -3.173188      0.986996       0.083237 63251 
     H       2.456078      1.096813       0.255955 63252 
     H      -0.205238     -0.399627      -2.065002 63253 
     O       0.304908      1.247608      -1.175996 63254 
     O       0.791575      1.808377       0.029645 63255 
     H       0.006999      1.788574       0.607657 63256 
     H       1.222134     -2.004052      -0.942387 63257 
     H       2.130789     -0.688159      -1.725822 63258 
Rotational constants (GHz):    1.4451200    0.7079000    0.6569500 63259 
Vibrational harmonic frequencies (cm-1): 63260 
     i321.8545                   33.6399                   87.2889             63261 
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       99.0342                  157.3734                  175.4494             63262 
      198.0846                  207.2494                  227.7120             63263 
      232.7120                  254.4286                  267.3102             63264 
      279.0335                  302.1402                  337.9573             63265 
      373.8006                  426.4893                  498.4243             63266 
      498.9231                  547.3746                  557.7805             63267 
      592.6391                  672.7555                  724.5748             63268 
      825.7728                  917.4248                  948.5917             63269 
      963.7123                 1010.3014                 1046.6228             63270 
     1055.2275                 1059.2372                 1128.9693             63271 
     1157.4516                 1188.8064                 1281.2431             63272 
     1327.6115                 1341.6417                 1387.7185             63273 
     1402.3899                 1410.6482                 1450.1214             63274 
     1458.1548                 1477.8135                 1487.0534             63275 
     1491.1672                 1505.2875                 2084.3650             63276 
     3045.1039                 3068.3590                 3076.8145             63277 
     3126.0215                 3132.0163                 3166.8172             63278 
     3581.4212                 3628.8298                 3651.0098             63279 
Zero-point correction (Hartree): 0.154086 63280 
 63281 
TS.triHPacyl.COelim.ppmmmpmpmu 63282 
------------------------------ 63283 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16165605  63284 
Electronic state : 2-A 63285 
Cartesian coordinates (Angs): 63286 
     O       0.449665     -0.748013       1.671465 63287 
     O       0.332600      0.610214       1.274827 63288 
     C       0.455630      0.772293      -0.076615 63289 
     C      -0.330668     -0.105924      -1.033006 63290 
     C      -1.807415      0.288876      -1.109744 63291 
     O      -2.389661      0.651743       0.126916 63292 
     O      -2.335414     -0.462762       1.002842 63293 
     H      -0.479362     -1.030736       1.616621 63294 
     C       0.402679      2.239985      -0.374556 63295 
     H       1.148020      2.767701       0.218287 63296 
     H      -0.581239      2.646898      -0.131273 63297 
     H       0.616608      2.406944      -1.429291 63298 
     C       2.451196      0.436452      -0.544594 63299 
     O       3.089037      0.101913       0.340543 63300 
     H      -3.208831     -0.860845       0.897204 63301 
     H       0.116255      0.050520      -2.021581 63302 
     O      -0.337571     -1.493590      -0.754333 63303 
     O       0.988540     -1.981419      -0.806007 63304 
     H       1.267052     -1.863941       0.118219 63305 
     H      -1.916496      1.192812      -1.708617 63306 
     H      -2.368103     -0.524134      -1.578495 63307 
Rotational constants (GHz):    1.3356700    0.7777600    0.7047700 63308 
Vibrational harmonic frequencies (cm-1): 63309 
     i317.3308                   75.1753                   89.0043             63310 
      100.3279                  128.6027                  150.9747             63311 
      179.1825                  197.8635                  201.1703             63312 
      228.1041                  237.4121                  254.5253             63313 
      265.5446                  270.8944                  296.5495             63314 
      338.4488                  370.5571                  400.3648             63315 
      455.8752                  511.9821                  518.5710             63316 
      595.6370                  619.7575                  724.7224             63317 
      839.9090                  892.4112                  952.4478             63318 
      972.3953                 1018.8831                 1050.8473             63319 
     1060.5825                 1072.7314                 1132.4460             63320 
     1164.9992                 1213.6171                 1291.2395             63321 
     1318.2005                 1341.6567                 1379.4635             63322 
     1390.6147                 1406.7369                 1418.5141             63323 
     1441.7024                 1465.3598                 1471.2959             63324 
     1479.1337                 1504.5338                 2073.8392             63325 
     3041.5112                 3057.4100                 3061.5611             63326 
     3129.0075                 3135.7175                 3153.5311             63327 
     3706.9545                 3718.3259                 3814.3159             63328 
Zero-point correction (Hartree): 0.153510 63329 
 63330 
TS.triHPacyl.COelim.ppmmmpmppu 63331 
------------------------------ 63332 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16098160  63333 
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Electronic state : 2-A 63334 
Cartesian coordinates (Angs): 63335 
     O       0.510621     -0.626847       1.711980 63336 
     O       0.254516      0.682300       1.217927 63337 
     C       0.387534      0.763162      -0.144954 63338 
     C      -0.331527     -0.240772      -1.026205 63339 
     C      -1.837700      0.036627      -1.130568 63340 
     O      -2.427975      0.581175       0.024959 63341 
     O      -2.342359     -0.402752       1.058350 63342 
     H      -0.321735     -1.082353       1.491817 63343 
     C       0.240423      2.196763      -0.553378 63344 
     H       0.932316      2.819300       0.011693 63345 
     H      -0.775877      2.550226      -0.368708 63346 
     H       0.471414      2.296047      -1.613074 63347 
     C       2.409565      0.534793      -0.565210 63348 
     O       3.057907      0.307863       0.345436 63349 
     H      -2.178258      0.173205       1.817294 63350 
     H       0.109312     -0.149242      -2.024337 63351 
     O      -0.234958     -1.595233      -0.617429 63352 
     O       1.116906     -2.005270      -0.700894 63353 
     H       1.441376     -1.798206       0.191329 63354 
     H      -2.019310      0.802491      -1.883930 63355 
     H      -2.346261     -0.884807      -1.422825 63356 
Rotational constants (GHz):    1.3259500    0.7805300    0.7082900 63357 
Vibrational harmonic frequencies (cm-1): 63358 
     i323.4060                   65.2931                   77.7806             63359 
       89.4657                  129.8851                  172.7456             63360 
      178.7646                  200.2067                  212.9085             63361 
      220.8798                  241.0638                  264.3271             63362 
      273.4978                  285.4470                  324.9122             63363 
      337.2345                  366.9716                  404.2704             63364 
      445.6402                  511.6623                  551.3332             63365 
      616.7621                  621.6728                  722.8416             63366 
      835.1618                  894.6810                  950.2412             63367 
      969.4079                 1018.7160                 1040.7141             63368 
     1059.5692                 1068.4563                 1140.1288             63369 
     1158.0584                 1208.9530                 1290.0581             63370 
     1308.4893                 1335.1074                 1373.7718             63371 
     1407.4885                 1413.1263                 1441.9492             63372 
     1446.8482                 1466.9670                 1471.8277             63373 
     1479.3623                 1503.5385                 2076.4655             63374 
     3051.5744                 3061.5671                 3074.5431             63375 
     3132.4389                 3138.0332                 3153.8550             63376 
     3679.5376                 3729.9182                 3808.7763             63377 
Zero-point correction (Hartree): 0.153787 63378 
 63379 
TS.triHPacyl.COelim.ppmmmppmpu 63380 
------------------------------ 63381 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16146033  63382 
Electronic state : 2-A 63383 
Cartesian coordinates (Angs): 63384 
     O       0.146590     -0.333631       1.788085 63385 
     O       0.809867      0.818381       1.296226 63386 
     C       1.044038      0.759591      -0.051154 63387 
     C      -0.094138      0.437693      -1.017002 63388 
     C      -1.420564      1.118185      -0.662212 63389 
     O      -2.036298      0.690173       0.539491 63390 
     O      -2.972610     -0.335984       0.253199 63391 
     H      -0.785655     -0.057194       1.693869 63392 
     C       1.870115      1.956266      -0.413755 63393 
     H       2.674383      2.083336       0.307893 63394 
     H       1.264875      2.867150      -0.418185 63395 
     H       2.305016      1.813757      -1.400697 63396 
     C       2.390977     -0.806335      -0.350986 63397 
     O       2.173890     -1.750329       0.253888 63398 
     H      -2.387468     -1.097180       0.078028 63399 
     H       0.212322      0.888530      -1.965222 63400 
     O      -0.207012     -0.921033      -1.420938 63401 
     O      -0.748034     -1.742563      -0.402176 63402 
     H      -0.004945     -1.863802       0.213524 63403 
     H      -1.221368      2.182980      -0.522149 63404 
     H      -2.130877      0.989896      -1.478617 63405 
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Rotational constants (GHz):    1.2966300    0.8016000    0.7047600 63406 
Vibrational harmonic frequencies (cm-1): 63407 
     i314.0495                   79.2130                   89.4150             63408 
       98.6654                  132.5539                  168.4617             63409 
      180.1952                  190.6444                  199.2173             63410 
      235.0477                  243.7304                  264.2175             63411 
      271.2264                  296.6116                  334.4099             63412 
      363.8179                  396.9759                  445.1996             63413 
      498.4902                  543.0021                  563.8290             63414 
      602.0919                  691.0341                  724.6843             63415 
      822.5701                  914.2525                  945.7375             63416 
      962.5660                 1010.9991                 1045.1576             63417 
     1056.9229                 1063.1671                 1128.5767             63418 
     1156.8602                 1189.1743                 1284.6490             63419 
     1326.1968                 1335.1422                 1391.9420             63420 
     1400.4768                 1411.5024                 1459.3459             63421 
     1461.0211                 1477.0211                 1488.8016             63422 
     1492.2422                 1507.5074                 2064.1778             63423 
     3049.6688                 3070.2254                 3079.2763             63424 
     3130.0020                 3132.2926                 3165.5824             63425 
     3594.7784                 3621.2436                 3711.2770             63426 
Zero-point correction (Hartree): 0.153920 63427 
 63428 
TS.triHPacyl.COelim.ppmmmtmpmu 63429 
------------------------------ 63430 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16200844  63431 
Electronic state : 2-A 63432 
Cartesian coordinates (Angs): 63433 
     O      -0.106285     -1.001970       1.789271 63434 
     O       0.001524      0.389025       1.526461 63435 
     C       0.514055      0.639771       0.287267 63436 
     C      -0.076972     -0.039534      -0.935915 63437 
     C      -1.426685      0.561306      -1.340565 63438 
     O      -2.273804      0.898019      -0.260635 63439 
     O      -2.579087     -0.282559       0.464696 63440 
     H      -1.006500     -1.175994       1.465496 63441 
     C       0.727243      2.116551       0.155331 63442 
     H       1.344881      2.479958       0.974948 63443 
     H      -0.229195      2.643985       0.187636 63444 
     H       1.229441      2.336423      -0.786015 63445 
     C       2.512616      0.022172       0.341094 63446 
     O       3.122343      0.388170      -0.552090 63447 
     H      -3.440487     -0.533968       0.108057 63448 
     H       0.627527      0.132537      -1.758570 63449 
     O      -0.312388     -1.430201      -0.825001 63450 
     O       0.920494     -2.088651      -0.608828 63451 
     H       0.986199     -2.050016       0.360995 63452 
     H      -1.268645      1.517256      -1.839398 63453 
     H      -1.927136     -0.126453      -2.027419 63454 
Rotational constants (GHz):    1.2933300    0.7693200    0.7015800 63455 
Vibrational harmonic frequencies (cm-1): 63456 
     i314.2819                   68.4728                   85.2460             63457 
      115.0186                  120.7782                  129.0149             63458 
      174.2846                  185.6492                  202.2405             63459 
      225.2145                  231.0951                  240.5142             63460 
      266.0664                  276.3502                  292.2986             63461 
      347.2826                  390.2321                  393.5687             63462 
      450.1643                  472.7576                  493.4725             63463 
      587.7306                  618.9858                  715.6119             63464 
      842.2841                  894.8373                  953.7869             63465 
      973.6342                 1018.4590                 1048.9561             63466 
     1056.9766                 1071.3098                 1132.4319             63467 
     1166.2416                 1214.1743                 1291.1953             63468 
     1323.7804                 1339.8641                 1379.1245             63469 
     1390.6117                 1406.0016                 1418.9693             63470 
     1448.6164                 1464.6327                 1469.2697             63471 
     1477.4737                 1503.9047                 2069.7435             63472 
     3035.0815                 3053.4604                 3062.5976             63473 
     3124.8278                 3135.3827                 3153.2589             63474 
     3694.4617                 3706.2716                 3815.7780             63475 
Zero-point correction (Hartree): 0.153137 63476 
 63477 
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TS.triHPacyl.COelim.ppmmmtmppu 63478 
------------------------------ 63479 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16165985  63480 
Electronic state : 2-A 63481 
Cartesian coordinates (Angs): 63482 
     O      -0.028885     -1.012660       1.800337 63483 
     O      -0.078848      0.375126       1.489461 63484 
     C       0.445649      0.648853       0.253041 63485 
     C      -0.084181     -0.103240      -0.953951 63486 
     C      -1.473633      0.387430      -1.389767 63487 
     O      -2.306743      0.833874      -0.348270 63488 
     O      -2.601515     -0.286528       0.486005 63489 
     H      -0.777567     -1.358029       1.282156 63490 
     C       0.561259      2.132475       0.092348 63491 
     H       1.125080      2.557246       0.921162 63492 
     H      -0.428332      2.594435       0.072961 63493 
     H       1.080700      2.361038      -0.837571 63494 
     C       2.479220      0.165766       0.372348 63495 
     O       3.097582      0.590009      -0.487142 63496 
     H      -2.464414      0.115668       1.354798 63497 
     H       0.615890      0.074189      -1.777532 63498 
     O      -0.220892     -1.503584      -0.778144 63499 
     O       1.065664     -2.071513      -0.615495 63500 
     H       1.198811     -1.994157       0.344565 63501 
     H      -1.368922      1.270513      -2.019438 63502 
     H      -1.962032     -0.406399      -1.959223 63503 
Rotational constants (GHz):    1.2782200    0.7724900    0.7029400 63504 
Vibrational harmonic frequencies (cm-1): 63505 
     i319.7179                   67.8205                   85.0364             63506 
      112.0352                  125.8905                  177.1969             63507 
      181.8588                  199.6714                  220.3774             63508 
      227.7337                  239.5060                  257.1492             63509 
      267.8686                  304.5947                  319.0297             63510 
      362.0474                  386.2580                  398.2096             63511 
      447.7300                  491.7626                  541.7438             63512 
      611.5956                  617.9638                  713.4554             63513 
      836.9616                  895.9764                  949.7605             63514 
      970.9902                 1018.3946                 1036.3991             63515 
     1054.8314                 1065.7263                 1140.4162             63516 
     1158.8195                 1209.9537                 1286.8771             63517 
     1310.9920                 1334.6262                 1374.3496             63518 
     1405.7391                 1412.3818                 1440.1608             63519 
     1452.3242                 1466.6537                 1472.1957             63520 
     1478.3565                 1502.3229                 2077.7705             63521 
     3048.8827                 3057.3827                 3073.0865             63522 
     3127.5828                 3138.1189                 3153.3270             63523 
     3694.1144                 3714.9174                 3803.4704             63524 
Zero-point correction (Hartree): 0.153823 63525 
 63526 
TS.triHPacyl.COelim.ppmmpptmpu 63527 
------------------------------ 63528 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16361997  63529 
Electronic state : 2-A 63530 
Cartesian coordinates (Angs): 63531 
     O      -0.358526     -0.046673       1.813241 63532 
     O      -0.982932     -0.999019       0.973128 63533 
     C      -0.969823     -0.630117      -0.345685 63534 
     C       0.259617     -0.012299      -0.959500 63535 
     C       1.511330     -0.885951      -0.836411 63536 
     O       1.920797     -1.159929       0.480286 63537 
     O       2.401282      0.051016       1.052869 63538 
     H      -1.045486      0.633436       1.896763 63539 
     C      -1.667115     -1.691941      -1.134089 63540 
     H      -2.597588     -1.970254      -0.642260 63541 
     H      -1.049249     -2.589694      -1.220435 63542 
     H      -1.893675     -1.318279      -2.130216 63543 
     C      -2.357662      0.970213      -0.439190 63544 
     O      -2.635253      1.333894       0.608546 63545 
     H       1.611827      0.328101       1.546746 63546 
     H       0.050781      0.093268      -2.030142 63547 
     O       0.419631      1.289520      -0.407849 63548 
     O       1.534200      1.902609      -1.026628 63549 
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     H       2.245060      1.653332      -0.413395 63550 
     H       1.297347     -1.866206      -1.265793 63551 
     H       2.329302     -0.434459      -1.400769 63552 
Rotational constants (GHz):    1.2550900    0.7667700    0.7028100 63553 
Vibrational harmonic frequencies (cm-1): 63554 
     i293.8682                   67.3061                   78.9857             63555 
      123.4846                  147.4852                  164.6564             63556 
      173.6235                  190.0884                  200.2821             63557 
      216.3821                  243.3860                  259.6910             63558 
      277.1479                  303.2416                  325.7722             63559 
      349.9902                  363.7646                  404.2420             63560 
      476.3682                  520.7773                  537.1544             63561 
      572.9497                  583.5689                  747.0311             63562 
      844.0710                  878.8467                  953.4034             63563 
      975.6237                 1031.4025                 1046.3956             63564 
     1059.5992                 1066.9594                 1125.1266             63565 
     1167.3504                 1211.4916                 1296.7792             63566 
     1322.1001                 1345.6050                 1387.0704             63567 
     1409.8495                 1413.8279                 1426.5526             63568 
     1446.7159                 1464.5457                 1475.4989             63569 
     1478.6740                 1496.6322                 2056.9953             63570 
     3043.5686                 3051.9624                 3074.4847             63571 
     3122.6435                 3127.0111                 3163.4043             63572 
     3717.5226                 3730.3770                 3751.2216             63573 
Zero-point correction (Hartree): 0.153755 63574 
 63575 
TS.triHPacyl.COelim.ppmmptmppu 63576 
------------------------------ 63577 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16097280  63578 
Electronic state : 2-A 63579 
Cartesian coordinates (Angs): 63580 
     O       0.485142     -1.097486       1.791607 63581 
     O       0.015007      0.223069       1.504260 63582 
     C       0.412098      0.652413       0.256643 63583 
     C      -0.187514     -0.042261      -0.950189 63584 
     C      -1.595326      0.499335      -1.251493 63585 
     O      -2.360287      0.789807      -0.107110 63586 
     O      -2.736593     -0.434186       0.501605 63587 
     H       1.305656     -0.892088       2.262416 63588 
     C       0.435867      2.147175       0.222829 63589 
     H       1.091951      2.536336       0.999748 63590 
     H      -0.568011      2.545965       0.385357 63591 
     H       0.798431      2.484966      -0.748050 63592 
     C       2.485334      0.280688       0.196684 63593 
     O       2.982018      0.647949      -0.759177 63594 
     H      -2.016394     -0.575021       1.135013 63595 
     H       0.452634      0.165593      -1.815200 63596 
     O      -0.329715     -1.435879      -0.804332 63597 
     O       0.963264     -2.017109      -0.819360 63598 
     H       1.107912     -2.142653       0.130078 63599 
     H      -1.508533      1.457353      -1.764547 63600 
     H      -2.117092     -0.213877      -1.891617 63601 
Rotational constants (GHz):    1.2605900    0.7558300    0.6953700 63602 
Vibrational harmonic frequencies (cm-1): 63603 
     i325.6438                   69.6598                   82.2829             63604 
       98.6789                  114.7647                  155.1432             63605 
      176.8065                  187.6017                  204.8382             63606 
      224.8027                  241.2356                  246.4637             63607 
      264.3674                  271.5181                  314.9244             63608 
      348.6453                  374.8085                  388.0660             63609 
      399.2170                  459.4242                  484.1540             63610 
      510.3731                  604.8905                  718.9344             63611 
      844.3525                  889.8393                  939.9992             63612 
      985.0417                  993.0475                 1014.8431             63613 
     1055.0153                 1066.4653                 1140.5700             63614 
     1169.7718                 1204.8640                 1276.0247             63615 
     1293.7276                 1331.2356                 1376.8493             63616 
     1405.0070                 1407.3937                 1408.3644             63617 
     1431.6722                 1437.3711                 1463.4595             63618 
     1476.0792                 1501.5480                 2098.8546             63619 
     3045.1545                 3055.6307                 3079.5194             63620 
     3125.3591                 3137.6730                 3149.0167             63621 
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     3759.3525                 3766.9639                 3786.5919             63622 
Zero-point correction (Hartree): 0.152770 63623 
 63624 
TS.triHPacyl.COelim.ppmmpttmpu 63625 
------------------------------ 63626 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16449149  63627 
Electronic state : 2-A 63628 
Cartesian coordinates (Angs): 63629 
     O       0.060736     -0.906500       1.775359 63630 
     O      -0.629254     -1.512479       0.697716 63631 
     C      -0.961391     -0.594063      -0.258769 63632 
     C       0.080052      0.373365      -0.770051 63633 
     C       1.348290     -0.314831      -1.285768 63634 
     O       2.051430     -1.073036      -0.334093 63635 
     O       2.598877     -0.179920       0.629162 63636 
     H      -0.603756     -0.277063       2.107187 63637 
     C      -1.837633     -1.247954      -1.278184 63638 
     H      -2.588857     -1.861742      -0.784971 63639 
     H      -1.255858     -1.892595      -1.942684 63640 
     H      -2.336635     -0.487994      -1.877097 63641 
     C      -2.262789      0.650053       0.783678 63642 
     O      -2.959676      1.258976       0.117374 63643 
     H       1.929783     -0.258900       1.330130 63644 
     H      -0.363995      0.896366      -1.625137 63645 
     O       0.329611      1.329336       0.254771 63646 
     O       1.278649      2.263216      -0.220580 63647 
     H       2.105857      1.852994       0.081972 63648 
     H       1.065656     -1.036949      -2.053743 63649 
     H       2.005637      0.429701      -1.738758 63650 
Rotational constants (GHz):    1.2808200    0.7660800    0.6642100 63651 
Vibrational harmonic frequencies (cm-1): 63652 
     i302.9661                   68.9775                   70.8554             63653 
      132.3499                  149.4906                  162.1123             63654 
      173.3734                  188.5769                  199.6471             63655 
      226.4028                  238.3287                  274.0077             63656 
      296.2671                  303.2390                  335.8400             63657 
      362.0002                  412.7459                  434.3224             63658 
      479.6891                  524.3352                  531.9284             63659 
      572.2869                  591.2749                  744.3809             63660 
      844.3929                  878.1014                  954.4495             63661 
      975.0390                 1028.5033                 1047.4911             63662 
     1058.8341                 1064.0149                 1125.8485             63663 
     1167.7015                 1210.5830                 1296.2168             63664 
     1324.5525                 1349.3899                 1385.1998             63665 
     1410.0259                 1412.6672                 1440.3622             63666 
     1450.3823                 1469.8612                 1475.1105             63667 
     1479.6649                 1494.1543                 2082.8210             63668 
     3038.9344                 3049.3580                 3074.8836             63669 
     3122.5583                 3124.2010                 3160.6189             63670 
     3689.6114                 3714.9663                 3732.3092             63671 
Zero-point correction (Hartree): 0.154016 63672 
 63673 
TS.triHPacyl.COelim.ppmpmpmpmu 63674 
------------------------------ 63675 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16222932  63676 
Electronic state : 2-A 63677 
Cartesian coordinates (Angs): 63678 
     O      -0.320718      0.201865       1.811099 63679 
     O      -0.086210     -0.925166       0.980721 63680 
     C      -0.326161     -0.662848      -0.352274 63681 
     C       0.230993      0.610416      -0.956400 63682 
     C       1.759944      0.645659      -0.942039 63683 
     O       2.273648      0.475681       0.371632 63684 
     O       2.677533     -0.876486       0.539618 63685 
     H       0.496678      0.716790       1.684191 63686 
     C      -0.060928     -1.918934      -1.126997 63687 
     H      -0.616551     -2.748463      -0.692015 63688 
     H       1.001656     -2.172297      -1.121607 63689 
     H      -0.390537     -1.784571      -2.155498 63690 
     C      -2.385979     -0.621613      -0.587466 63691 
     O      -2.972760     -0.733515       0.383792 63692 
     H       1.920530     -1.254058       1.013993 63693 
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     H      -0.131789      0.649114      -1.988940 63694 
     O      -0.099312      1.818066      -0.288760 63695 
     O      -1.499543      1.938979      -0.150219 63696 
     H      -1.639372      1.553830       0.730534 63697 
     H       2.188603     -0.108159      -1.598996 63698 
     H       2.082454      1.636350      -1.263672 63699 
Rotational constants (GHz):    1.3345000    0.7882800    0.6825800 63700 
Vibrational harmonic frequencies (cm-1): 63701 
     i339.0617                   77.3157                   94.4304             63702 
      104.1273                  126.9493                  162.4180             63703 
      195.9212                  204.0480                  221.1450             63704 
      236.4902                  270.3507                  277.8158             63705 
      283.2387                  301.8000                  319.5114             63706 
      350.0575                  434.5096                  460.3540             63707 
      490.3370                  517.0533                  535.4128             63708 
      570.0260                  613.1311                  713.5536             63709 
      823.6492                  919.5209                  932.9951             63710 
      962.1594                 1006.9516                 1052.6092             63711 
     1063.2361                 1074.7682                 1117.9604             63712 
     1153.7166                 1197.6379                 1280.4985             63713 
     1298.8141                 1325.9104                 1377.8052             63714 
     1403.9051                 1411.1274                 1437.9250             63715 
     1447.1582                 1465.5947                 1472.4958             63716 
     1480.2996                 1504.2668                 2080.6360             63717 
     3055.0945                 3059.6726                 3093.2837             63718 
     3129.9151                 3154.0850                 3158.2590             63719 
     3695.4592                 3728.6058                 3742.5716             63720 
Zero-point correction (Hartree): 0.154160 63721 
 63722 
TS.triHPacyl.COelim.ppmpmtmpmu 63723 
------------------------------ 63724 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16275084  63725 
Electronic state : 2-A 63726 
Cartesian coordinates (Angs): 63727 
     O      -0.111811     -0.613935       1.930035 63728 
     O      -0.204189      0.659517       1.309781 63729 
     C       0.367275      0.674159       0.056966 63730 
     C      -0.017638     -0.414344      -0.926669 63731 
     C      -1.500288     -0.367265      -1.305272 63732 
     O      -2.338617     -0.449738      -0.163890 63733 
     O      -2.756756      0.859875       0.196388 63734 
     H      -0.854191     -1.091576       1.520102 63735 
     C       0.317475      2.076680      -0.468656 63736 
     H       0.753315      2.762764       0.255895 63737 
     H      -0.712138      2.386999      -0.663245 63738 
     H       0.885780      2.141023      -1.395070 63739 
     C       2.425541      0.541769       0.375498 63740 
     O       3.057621      0.815503      -0.532908 63741 
     H      -2.150782      1.067283       0.924441 63742 
     H       0.593456     -0.265189      -1.823763 63743 
     O       0.132015     -1.746129      -0.463837 63744 
     O       1.467271     -1.977013      -0.064127 63745 
     H       1.433633     -1.732691       0.875743 63746 
     H      -1.742557      0.530116      -1.871043 63747 
     H      -1.724967     -1.249357      -1.905792 63748 
Rotational constants (GHz):    1.3034800    0.7678100    0.6737300 63749 
Vibrational harmonic frequencies (cm-1): 63750 
     i333.4842                   66.3072                   69.7812             63751 
      102.7155                  123.6699                  164.9767             63752 
      196.7421                  208.1304                  219.0871             63753 
      238.1261                  249.3480                  265.7591             63754 
      286.8818                  301.4201                  318.4181             63755 
      381.0698                  427.5543                  447.4247             63756 
      473.4036                  515.0813                  519.4238             63757 
      566.9677                  611.6906                  704.4266             63758 
      823.9146                  922.7186                  935.7039             63759 
      962.7269                 1007.9280                 1048.6945             63760 
     1060.4914                 1072.9649                 1120.4454             63761 
     1154.9496                 1199.8205                 1279.0854             63762 
     1302.4581                 1322.4767                 1376.6611             63763 
     1402.2369                 1410.4469                 1442.1644             63764 
     1449.0709                 1464.9673                 1468.6492             63765 
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     1478.9625                 1503.8949                 2082.2958             63766 
     3049.1784                 3055.6507                 3090.7991             63767 
     3126.4224                 3151.3759                 3156.7701             63768 
     3702.1139                 3724.0175                 3742.6587             63769 
Zero-point correction (Hartree): 0.153893 63770 
 63771 
TS.triHPacyl.COelim.ppppptpmpu 63772 
------------------------------ 63773 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16151348  63774 
Electronic state : 2-A 63775 
Cartesian coordinates (Angs): 63776 
     O      -2.157840      1.012642       0.953500 63777 
     O      -1.199739      0.111536       1.498845 63778 
     C      -0.476738     -0.524305       0.521201 63779 
     C       0.345226      0.263725      -0.477781 63780 
     C       1.571752      0.940557       0.150075 63781 
     O       2.510515     -0.004584       0.618324 63782 
     O       2.986080     -0.741290      -0.503014 63783 
     H      -2.715031      0.409105       0.431477 63784 
     C       0.139383     -1.756431       1.101020 63785 
     H      -0.634808     -2.408764       1.503919 63786 
     H       0.831735     -1.499622       1.904993 63787 
     H       0.702317     -2.284569       0.333256 63788 
     C      -1.984467     -1.312060      -0.723546 63789 
     O      -1.591268     -2.048158      -1.498413 63790 
     H       3.895588     -0.425847      -0.569487 63791 
     H       0.706111     -0.465399      -1.206678 63792 
     O      -0.385800      1.185619      -1.262606 63793 
     O      -0.467480      2.434360      -0.589567 63794 
     H      -1.233606      2.286464      -0.009006 63795 
     H       2.018818      1.608828      -0.588462 63796 
     H       1.302201      1.509885       1.037639 63797 
Rotational constants (GHz):    1.0744200    0.7604500    0.6260900 63798 
Vibrational harmonic frequencies (cm-1): 63799 
     i295.0621                   30.4177                   62.8105             63800 
       71.8166                  125.0913                  167.1234             63801 
      170.5112                  182.5089                  191.9898             63802 
      225.1833                  233.5408                  241.4463             63803 
      252.0554                  273.1558                  308.3451             63804 
      337.7097                  369.5790                  415.5419             63805 
      442.2337                  489.6405                  544.1178             63806 
      584.4516                  635.3136                  674.7057             63807 
      796.4843                  942.5986                  944.0720             63808 
      977.7569                 1021.8663                 1031.8974             63809 
     1047.7861                 1097.7039                 1118.7430             63810 
     1151.6674                 1202.7687                 1275.3009             63811 
     1298.9247                 1323.7555                 1379.3824             63812 
     1400.2635                 1412.5671                 1419.1132             63813 
     1437.5328                 1458.8041                 1471.5857             63814 
     1475.2282                 1489.3072                 2093.9293             63815 
     3059.5275                 3076.1122                 3093.6718             63816 
     3124.3647                 3152.1790                 3155.4223             63817 
     3656.8436                 3688.1593                 3826.3606             63818 
Zero-point correction (Hartree): 0.152936 63819 
 63820 
TS.triHPacyl.COelim.pptmpptmpu 63821 
------------------------------ 63822 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16220527  63823 
Electronic state : 2-A 63824 
Cartesian coordinates (Angs): 63825 
     O      -1.323434     -0.048449       1.853675 63826 
     O      -1.587711     -1.028261       0.865866 63827 
     C      -0.995536     -0.701927      -0.324927 63828 
     C       0.382019     -0.092870      -0.306059 63829 
     C       1.324270     -0.883205       0.599497 63830 
     O       2.612469     -0.305214       0.665275 63831 
     O       3.210140     -0.415397      -0.617728 63832 
     H      -1.987617      0.628737       1.650641 63833 
     C      -1.258935     -1.791150      -1.313762 63834 
     H      -2.302487     -2.097148      -1.261367 63835 
     H      -0.635319     -2.666538      -1.113344 63836 
     H      -1.047606     -1.430085      -2.317818 63837 
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     C      -2.191509      0.880286      -1.063721 63838 
     O      -2.887393      1.283492      -0.251898 63839 
     H       2.957088      0.426786      -1.026069 63840 
     H       0.740343     -0.112039      -1.336976 63841 
     O       0.308302      1.273528       0.095992 63842 
     O       1.459495      1.938728      -0.411331 63843 
     H       2.021029      1.966897       0.376297 63844 
     H       0.960603     -0.852053       1.625454 63845 
     H       1.397162     -1.918776       0.258193 63846 
Rotational constants (GHz):    1.4010700    0.6391500    0.5809400 63847 
Vibrational harmonic frequencies (cm-1): 63848 
     i299.7071                   64.8815                   73.7432             63849 
      101.0757                  123.9676                  159.6520             63850 
      168.0240                  172.1227                  188.8938             63851 
      197.7169                  213.4987                  225.9257             63852 
      253.3130                  293.3120                  324.8864             63853 
      350.0522                  369.2457                  398.3794             63854 
      435.9590                  473.7121                  517.2201             63855 
      523.9135                  591.6577                  608.2246             63856 
      889.9048                  922.1149                  960.7808             63857 
      989.2960                 1018.8910                 1057.3527             63858 
     1061.8915                 1086.2220                 1124.8736             63859 
     1139.2543                 1213.4401                 1302.5394             63860 
     1322.2848                 1339.4807                 1395.9149             63861 
     1410.2078                 1416.5164                 1422.4856             63862 
     1432.5609                 1439.1614                 1468.7374             63863 
     1479.0853                 1492.3635                 2060.7623             63864 
     3050.7751                 3067.7792                 3092.3574             63865 
     3126.6420                 3153.3229                 3163.5384             63866 
     3752.4179                 3756.6765                 3787.5246             63867 
Zero-point correction (Hartree): 0.153153 63868 
 63869 
TS.triHPacyl.COelim.pptmpttmpu 63870 
------------------------------ 63871 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16290169  63872 
Electronic state : 2-A 63873 
Cartesian coordinates (Angs): 63874 
     O       1.152785     -1.143123      -1.812614 63875 
     O       1.485050     -1.507256      -0.484847 63876 
     C       1.089102     -0.527667       0.382228 63877 
     C      -0.302688      0.038731       0.229970 63878 
     C      -1.321223     -1.078568       0.014760 63879 
     O      -2.629143     -0.579978      -0.180073 63880 
     O      -3.050759      0.033844       1.028754 63881 
     H       1.722270     -0.366849      -1.952639 63882 
     C       1.546452     -0.862898       1.764696 63883 
     H       2.565556     -1.243999       1.739122 63884 
     H       0.905440     -1.624873       2.216797 63885 
     H       1.515390      0.029218       2.388099 63886 
     C       2.317695      1.058425      -0.180499 63887 
     O       2.457982      1.852476       0.625297 63888 
     H      -2.784295      0.955190       0.885896 63889 
     H      -0.523880      0.585422       1.148860 63890 
     O      -0.334635      0.976435      -0.844515 63891 
     O      -1.441248      1.845053      -0.633793 63892 
     H      -2.098626      1.458898      -1.230016 63893 
     H      -1.091264     -1.609037      -0.908216 63894 
     H      -1.306866     -1.771705       0.859495 63895 
Rotational constants (GHz):    1.2607900    0.6600300    0.5973000 63896 
Vibrational harmonic frequencies (cm-1): 63897 
     i307.7214                   53.9246                   73.7952             63898 
       98.1427                  142.7450                  149.5262             63899 
      167.0023                  170.9056                  191.4953             63900 
      198.4529                  221.0282                  242.6674             63901 
      271.9057                  297.2385                  340.8059             63902 
      366.9945                  415.8464                  426.6146             63903 
      450.5636                  474.0919                  512.6094             63904 
      518.2770                  585.6201                  609.4681             63905 
      890.4058                  923.5833                  960.2156             63906 
      987.4772                 1017.9270                 1057.5915             63907 
     1059.4367                 1085.4627                 1124.8013             63908 
     1139.0395                 1213.1930                 1302.9863             63909 



901 
 

     1316.7364                 1341.5498                 1392.8077             63910 
     1408.8046                 1418.1160                 1422.9319             63911 
     1440.0171                 1443.8614                 1469.1390             63912 
     1479.5169                 1490.6810                 2085.9198             63913 
     3047.6358                 3068.0393                 3086.4049             63914 
     3123.6947                 3148.9226                 3161.1502             63915 
     3705.4551                 3749.0874                 3787.1296             63916 
Zero-point correction (Hartree): 0.153388 63917 
 63918 
TS.triHPacyl.COelim.pptpptppmu 63919 
------------------------------ 63920 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16060178  63921 
Electronic state : 2-A 63922 
Cartesian coordinates (Angs): 63923 
     O      -0.603378     -0.592708       2.055915 63924 
     O      -1.229123     -1.296938       0.998334 63925 
     C      -1.088561     -0.642731      -0.194697 63926 
     C       0.293260     -0.184409      -0.640165 63927 
     C       1.419409     -1.025332      -0.046142 63928 
     O       2.661877     -0.738655      -0.657732 63929 
     O       3.160188      0.474089      -0.099800 63930 
     H      -0.980648      0.300669       1.962737 63931 
     C      -1.922402     -1.339862      -1.223966 63932 
     H      -2.898519     -1.591577      -0.814717 63933 
     H      -1.437021     -2.262724      -1.554926 63934 
     H      -2.056481     -0.689886      -2.087422 63935 
     C      -2.129957      1.096559       0.170208 63936 
     O      -2.674620      1.539548      -0.728296 63937 
     H       2.977426      1.103411      -0.811244 63938 
     H       0.327451     -0.306622      -1.725967 63939 
     O       0.539912      1.215974      -0.532433 63940 
     O       0.681873      1.600313       0.824944 63941 
     H       1.616975      1.395778       0.990650 63942 
     H       1.491840     -0.910630       1.032820 63943 
     H       1.234644     -2.076746      -0.270812 63944 
Rotational constants (GHz):    1.3551400    0.6704700    0.6178300 63945 
Vibrational harmonic frequencies (cm-1): 63946 
     i323.1840                   64.8625                   75.2355             63947 
       86.5986                  145.4498                  168.2335             63948 
      182.0731                  190.5147                  205.1828             63949 
      210.7988                  231.3239                  242.2070             63950 
      259.9902                  299.8453                  318.6284             63951 
      344.3223                  385.3276                  423.8966             63952 
      450.0444                  499.9776                  542.4779             63953 
      567.2049                  582.3391                  657.0096             63954 
      839.8159                  912.3493                  946.8197             63955 
      984.8553                 1002.3075                 1050.0058             63956 
     1058.4136                 1101.9625                 1112.5343             63957 
     1130.8058                 1203.8916                 1298.5942             63958 
     1303.0539                 1329.1568                 1394.6479             63959 
     1404.4115                 1408.5762                 1415.5157             63960 
     1450.1591                 1475.8621                 1479.3443             63961 
     1483.6148                 1490.7867                 2083.3139             63962 
     3043.7003                 3079.9647                 3098.3302             63963 
     3122.1584                 3161.1564                 3161.6308             63964 
     3683.3819                 3722.5620                 3795.6219             63965 
Zero-point correction (Hartree): 0.153464 63966 
 63967 
TS.triHPacyl.COelim.pptppttmpu 63968 
------------------------------ 63969 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16075868  63970 
Electronic state : 2-A 63971 
Cartesian coordinates (Angs): 63972 
     O      -0.760055     -1.066352       1.904758 63973 
     O      -1.325304     -1.523085       0.688314 63974 
     C      -1.137736     -0.587535      -0.291263 63975 
     C       0.233971      0.038709      -0.418143 63976 
     C       1.306399     -1.046584      -0.335260 63977 
     O       2.579089     -0.628755      -0.800141 63978 
     O       3.176508      0.194766       0.191241 63979 
     H      -1.288928     -0.268729       2.082685 63980 
     C      -1.824137     -1.021706      -1.544253 63981 
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     H      -2.803021     -1.436519      -1.310847 63982 
     H      -1.244836     -1.786887      -2.069682 63983 
     H      -1.948497     -0.167373      -2.207849 63984 
     C      -2.310508      0.996742       0.411744 63985 
     O      -2.635519      1.731804      -0.396243 63986 
     H       3.809797     -0.403427       0.606183 63987 
     H       0.284318      0.529026      -1.392222 63988 
     O       0.411591      1.043445       0.573847 63989 
     O       1.187396      2.092475       0.020791 63990 
     H       2.089272      1.792583       0.215270 63991 
     H       1.376377     -1.422882       0.685619 63992 
     H       1.047930     -1.867943      -1.006641 63993 
Rotational constants (GHz):    1.2890800    0.6672200    0.5784700 63994 
Vibrational harmonic frequencies (cm-1): 63995 
     i301.3224                   46.1303                   64.0005             63996 
       68.9845                  133.9985                  149.4600             63997 
      150.7449                  170.4630                  183.9899             63998 
      200.6132                  210.3781                  233.8575             63999 
      238.8413                  272.3082                  312.3740             64000 
      334.1129                  381.9040                  423.6258             64001 
      429.5011                  471.2083                  511.4440             64002 
      531.6775                  548.7555                  610.9564             64003 
      875.2974                  930.9844                  963.9846             64004 
      979.3589                 1026.3457                 1056.1647             64005 
     1063.1654                 1091.3160                 1108.0182             64006 
     1129.7884                 1206.0155                 1305.9884             64007 
     1311.9621                 1332.2558                 1381.1973             64008 
     1387.2543                 1409.6962                 1418.5297             64009 
     1449.9586                 1455.1543                 1458.7306             64010 
     1478.6808                 1491.1569                 2087.7271             64011 
     3041.8682                 3077.7178                 3092.8329             64012 
     3119.2109                 3138.6962                 3158.5085             64013 
     3698.5233                 3740.3556                 3822.0538             64014 
Zero-point correction (Hartree): 0.152564 64015 
 64016 
TS.triHPacyl.COelim.ptmmmmmppu 64017 
------------------------------ 64018 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16108232  64019 
Electronic state : 2-A 64020 
Cartesian coordinates (Angs): 64021 
     O      -2.133543      1.441232      -0.479307 64022 
     O      -1.623428      0.809754       0.685931 64023 
     C      -0.717334     -0.170548       0.357393 64024 
     C       0.366689      0.228341      -0.611524 64025 
     C       1.321021     -0.909300      -0.961284 64026 
     O       2.152784     -1.288335       0.115903 64027 
     O       3.327559     -0.492973       0.089204 64028 
     H      -1.490175      2.156780      -0.609523 64029 
     C      -0.397018     -0.956859       1.587143 64030 
     H      -1.316042     -1.143752       2.139754 64031 
     H       0.304035     -0.417951       2.229346 64032 
     H       0.066597     -1.905221       1.323766 64033 
     C      -1.849566     -1.487426      -0.762617 64034 
     O      -2.861656     -1.708406      -0.288142 64035 
     H       3.027456      0.339556       0.481758 64036 
     H      -0.083079      0.592905      -1.536539 64037 
     O       1.200703      1.264802      -0.068947 64038 
     O       0.467524      2.479463      -0.003209 64039 
     H       0.234563      2.525991       0.934597 64040 
     H       0.731067     -1.788782      -1.219440 64041 
     H       1.943283     -0.629058      -1.809846 64042 
Rotational constants (GHz):    1.2609400    0.7215800    0.5453700 64043 
Vibrational harmonic frequencies (cm-1): 64044 
     i326.4535                   50.2752                   76.8188             64045 
       79.1734                  115.4296                  136.6508             64046 
      158.0682                  169.8641                  190.3314             64047 
      206.7843                  225.4755                  242.6688             64048 
      261.9949                  271.5909                  310.9873             64049 
      376.9598                  380.5642                  388.0859             64050 
      416.2401                  500.3157                  539.4210             64051 
      550.2287                  616.1246                  691.8049             64052 
      794.8525                  899.0137                  958.0967             64053 
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      985.8688                 1020.5620                 1044.9764             64054 
     1054.6746                 1059.8361                 1104.7611             64055 
     1140.3331                 1224.7204                 1288.6758             64056 
     1331.4729                 1345.4571                 1383.9602             64057 
     1401.7553                 1413.3963                 1417.4758             64058 
     1441.2990                 1449.1804                 1470.2171             64059 
     1475.1910                 1486.9082                 2087.4487             64060 
     3054.4702                 3089.4074                 3097.9185             64061 
     3128.5963                 3147.5428                 3164.9487             64062 
     3730.0482                 3776.2686                 3792.3018             64063 
Zero-point correction (Hartree): 0.153133 64064 
 64065 
TS.triHPacyl.COelim.ptmmmmpmpu 64066 
------------------------------ 64067 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16185239  64068 
Electronic state : 2-A 64069 
Cartesian coordinates (Angs): 64070 
     O      -1.940325      1.712493      -0.460295 64071 
     O      -1.447825      1.016220       0.677842 64072 
     C      -0.771394     -0.120005       0.294967 64073 
     C       0.251858      0.119246      -0.792230 64074 
     C       1.248874     -1.013218      -0.981635 64075 
     O       2.075077     -1.280999       0.129141 64076 
     O       3.227365     -0.458893       0.044106 64077 
     H      -1.179928      2.263167      -0.704747 64078 
     C      -0.493999     -0.950780       1.506288 64079 
     H      -1.411242     -1.051450       2.084646 64080 
     H       0.282435     -0.502032       2.129094 64081 
     H      -0.142767     -1.938601       1.215201 64082 
     C      -2.165238     -1.262804      -0.673741 64083 
     O      -3.161419     -1.333186      -0.124469 64084 
     H       2.937909      0.339533       0.511385 64085 
     H      -0.272458      0.234623      -1.745174 64086 
     O       0.844873      1.416842      -0.641680 64087 
     O       1.419602      1.541245       0.651680 64088 
     H       0.674913      1.851189       1.188151 64089 
     H       0.679308     -1.929136      -1.158574 64090 
     H       1.872450     -0.811699      -1.852484 64091 
Rotational constants (GHz):    1.4418600    0.6893000    0.5692400 64092 
Vibrational harmonic frequencies (cm-1): 64093 
     i339.7327                   50.2740                   77.2873             64094 
       90.4877                  112.5437                  132.3217             64095 
      168.9178                  203.8648                  214.7051             64096 
      224.9725                  234.8236                  243.2323             64097 
      270.7787                  287.7195                  340.3607             64098 
      357.4265                  396.0681                  429.7406             64099 
      452.9887                  492.7914                  520.8967             64100 
      541.1318                  620.0084                  719.6620             64101 
      815.6250                  898.7390                  948.4192             64102 
      962.4420                 1014.2133                 1027.2491             64103 
     1047.3719                 1068.2119                 1106.8688             64104 
     1162.3070                 1225.0260                 1295.9557             64105 
     1316.8519                 1364.2526                 1375.0561             64106 
     1408.9691                 1412.6114                 1417.2142             64107 
     1436.2479                 1451.3784                 1461.7225             64108 
     1470.9833                 1485.1429                 2085.3692             64109 
     3060.6155                 3069.7024                 3077.7910             64110 
     3129.4470                 3130.8170                 3161.8039             64111 
     3746.7367                 3752.1751                 3767.4226             64112 
Zero-point correction (Hartree): 0.153407 64113 
 64114 
TS.triHPacyl.COelim.ptmmmmppmu 64115 
------------------------------ 64116 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16202811  64117 
Electronic state : 2-A 64118 
Cartesian coordinates (Angs): 64119 
     O      -1.911191      1.754391      -0.531706 64120 
     O      -1.583114      1.014807       0.632887 64121 
     C      -0.815862     -0.072634       0.326414 64122 
     C       0.220979      0.148340      -0.749803 64123 
     C       1.172938     -1.022497      -0.943793 64124 
     O       2.061763     -1.269868       0.133154 64125 
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     O       3.149537     -0.356359       0.008954 64126 
     H      -1.145356      2.346278      -0.602302 64127 
     C      -0.532304     -0.828093       1.584838 64128 
     H      -1.459834     -0.943312       2.144367 64129 
     H       0.194695     -0.290626       2.194746 64130 
     H      -0.131509     -1.814311       1.358669 64131 
     C      -2.078041     -1.360940      -0.634873 64132 
     O      -3.123728     -1.391081      -0.176913 64133 
     H       3.905715     -0.954673       0.017263 64134 
     H      -0.302124      0.266377      -1.702655 64135 
     O       0.874648      1.408451      -0.614893 64136 
     O       1.350984      1.568194       0.714631 64137 
     H       2.242946      1.191229       0.655376 64138 
     H       0.584398     -1.936972      -1.036481 64139 
     H       1.753608     -0.877323      -1.854602 64140 
Rotational constants (GHz):    1.4244700    0.6927200    0.5703900 64141 
Vibrational harmonic frequencies (cm-1): 64142 
     i311.4280                   47.3061                   80.8067             64143 
       85.2961                  110.6600                  130.4415             64144 
      164.0676                  175.0855                  204.1677             64145 
      227.7096                  234.3336                  244.4304             64146 
      247.3963                  261.5639                  290.2596             64147 
      324.6212                  370.0601                  399.9860             64148 
      444.6632                  486.7566                  522.9867             64149 
      542.4025                  627.6188                  716.5731             64150 
      826.2524                  901.9323                  946.8538             64151 
      969.9588                 1011.9193                 1029.6122             64152 
     1056.5141                 1073.7861                 1104.8494             64153 
     1157.0658                 1249.9212                 1303.0013             64154 
     1327.0023                 1373.0149                 1377.8479             64155 
     1390.8399                 1410.7528                 1419.0748             64156 
     1443.2363                 1463.8307                 1464.7899             64157 
     1478.8495                 1495.2871                 2070.7002             64158 
     3066.1578                 3075.2714                 3085.0361             64159 
     3137.2681                 3138.4551                 3156.4636             64160 
     3740.6862                 3745.7217                 3839.3704             64161 
Zero-point correction (Hartree): 0.153254 64162 
 64163 
TS.triHPacyl.COelim.ptmmmmtmmu 64164 
------------------------------ 64165 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16235546  64166 
Electronic state : 2-A 64167 
Cartesian coordinates (Angs): 64168 
     O      -1.769326      1.951997       0.019850 64169 
     O      -1.652503      0.861432       0.915493 64170 
     C      -0.911072     -0.152907       0.374540 64171 
     C       0.247567      0.275402      -0.489616 64172 
     C       1.129316     -0.881382      -0.937026 64173 
     O       1.879315     -1.467533       0.112478 64174 
     O       3.025332     -0.654144       0.348159 64175 
     H      -0.965612      2.455056       0.227247 64176 
     C      -0.778814     -1.237987       1.394112 64177 
     H      -1.743928     -1.391717       1.874675 64178 
     H      -0.038434     -0.968253       2.149550 64179 
     H      -0.462447     -2.168470       0.926818 64180 
     C      -2.139023     -1.034105      -1.029236 64181 
     O      -3.236640     -1.031490      -0.718976 64182 
     H       3.737635     -1.261015       0.112365 64183 
     H      -0.135960      0.764999      -1.388600 64184 
     O       0.952137      1.238687       0.288958 64185 
     O       1.963772      1.816620      -0.523153 64186 
     H       2.724690      1.270552      -0.270885 64187 
     H       0.495152     -1.681384      -1.321242 64188 
     H       1.804362     -0.558448      -1.729047 64189 
Rotational constants (GHz):    1.3760300    0.6700700    0.5441400 64190 
Vibrational harmonic frequencies (cm-1): 64191 
     i311.8839                   40.5118                   76.8760             64192 
       89.6754                  106.1466                  130.6686             64193 
      164.0900                  194.5723                  207.2980             64194 
      223.1655                  235.7801                  250.1357             64195 
      259.7648                  274.0859                  290.5567             64196 
      321.2932                  345.8766                  444.8231             64197 
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      454.3193                  486.4722                  505.7238             64198 
      547.6225                  602.3771                  731.4099             64199 
      806.6799                  884.9427                  965.2027             64200 
      970.0640                 1027.0194                 1032.6213             64201 
     1059.2852                 1078.2382                 1100.6619             64202 
     1161.4914                 1249.7943                 1297.0114             64203 
     1319.8688                 1373.1891                 1385.6308             64204 
     1397.9610                 1414.8318                 1417.5522             64205 
     1444.1593                 1452.2584                 1474.2032             64206 
     1480.4111                 1491.1861                 2079.2469             64207 
     3061.5088                 3068.6391                 3089.2762             64208 
     3133.3116                 3140.1307                 3158.9128             64209 
     3746.5293                 3753.7134                 3825.7850             64210 
Zero-point correction (Hartree): 0.153377 64211 
 64212 
TS.triHPacyl.COelim.ptmmmmtmpu 64213 
------------------------------ 64214 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16359406  64215 
Electronic state : 2-A 64216 
Cartesian coordinates (Angs): 64217 
     O      -1.701260      1.975565       0.066979 64218 
     O      -1.589573      0.870069       0.945204 64219 
     C      -0.893746     -0.156459       0.366027 64220 
     C       0.268206      0.255426      -0.501313 64221 
     C       1.122130     -0.909178      -0.980135 64222 
     O       1.859411     -1.541489       0.048481 64223 
     O       2.984499     -0.723856       0.358404 64224 
     H      -0.894132      2.470713       0.278164 64225 
     C      -0.799102     -1.276122       1.352537 64226 
     H      -1.777073     -1.429588       1.806662 64227 
     H      -0.078303     -1.044269       2.139582 64228 
     H      -0.484063     -2.195241       0.863548 64229 
     C      -2.160382     -0.942168      -1.039084 64230 
     O      -3.251064     -0.945236      -0.705025 64231 
     H       2.711123     -0.333263       1.199948 64232 
     H      -0.110138      0.782225      -1.380106 64233 
     O       1.019462      1.185006       0.286175 64234 
     O       1.979169      1.805111      -0.557362 64235 
     H       2.726353      1.189162      -0.485886 64236 
     H       0.473822     -1.685972      -1.387148 64237 
     H       1.804624     -0.584131      -1.765809 64238 
Rotational constants (GHz):    1.3675200    0.6796200    0.5521800 64239 
Vibrational harmonic frequencies (cm-1): 64240 
     i326.7123                   40.2946                   75.6469             64241 
       91.5689                  107.7839                  131.7974             64242 
      174.6700                  195.2398                  203.1777             64243 
      221.2312                  239.2268                  252.9923             64244 
      262.2196                  294.5115                  324.5789             64245 
      345.1976                  387.4128                  425.4545             64246 
      454.1316                  482.1664                  549.3286             64247 
      562.3887                  600.7416                  732.1570             64248 
      813.3268                  887.3175                  963.1391             64249 
      965.8705                 1027.7190                 1029.6243             64250 
     1057.0652                 1076.8044                 1101.6482             64251 
     1155.2313                 1246.2854                 1293.4478             64252 
     1321.3868                 1369.8954                 1387.7016             64253 
     1405.2720                 1411.8207                 1415.9211             64254 
     1438.4620                 1448.2800                 1478.2440             64255 
     1480.6837                 1491.7057                 2078.9384             64256 
     3057.9035                 3078.5003                 3089.4631             64257 
     3129.5649                 3138.1598                 3162.8481             64258 
     3741.0710                 3753.4688                 3796.9416             64259 
Zero-point correction (Hartree): 0.153657 64260 
 64261 
TS.triHPacyl.COelim.ptmmmtpmpu 64262 
------------------------------ 64263 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16154023  64264 
Electronic state : 2-A 64265 
Cartesian coordinates (Angs): 64266 
     O      -2.118863      1.572568      -0.518697 64267 
     O      -1.438063      1.233038       0.682690 64268 
     C      -0.803466      0.020088       0.546635 64269 
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     C       0.069563     -0.069186      -0.688740 64270 
     C       1.092265     -1.196440      -0.666004 64271 
     O       2.051884     -1.119835       0.363708 64272 
     O       3.148985     -0.347994      -0.096150 64273 
     H      -1.424675      2.025090      -1.023046 64274 
     C      -0.356875     -0.452974       1.890758 64275 
     H      -1.195567     -0.389971       2.581442 64276 
     H       0.475623      0.144630       2.267844 64277 
     H      -0.014360     -1.484353       1.836723 64278 
     C      -2.347348     -1.295903       0.124014 64279 
     O      -2.210178     -1.958646      -0.795216 64280 
     H       2.876135      0.550338       0.146058 64281 
     H      -0.562385     -0.243432      -1.565033 64282 
     O       0.617656      1.220058      -1.000175 64283 
     O       1.338594      1.725459       0.114472 64284 
     H       0.644833      2.146433       0.644491 64285 
     H       0.554273     -2.133959      -0.504981 64286 
     H       1.601166     -1.245466      -1.628539 64287 
Rotational constants (GHz):    1.2750600    0.7550400    0.6123200 64288 
Vibrational harmonic frequencies (cm-1): 64289 
     i338.1453                   44.1647                   80.6627             64290 
       93.1842                  119.3094                  142.7955             64291 
      169.4953                  213.6786                  230.5853             64292 
      237.4025                  242.6699                  250.3490             64293 
      255.2000                  317.5068                  348.6509             64294 
      386.1021                  402.4357                  434.4779             64295 
      454.0895                  489.0505                  523.1160             64296 
      538.5214                  615.4688                  707.4560             64297 
      812.6504                  897.9407                  948.6526             64298 
      961.4583                 1013.2700                 1030.0832             64299 
     1046.9304                 1067.1832                 1106.9374             64300 
     1161.0507                 1230.2732                 1293.7671             64301 
     1320.5116                 1356.8754                 1376.3271             64302 
     1406.8705                 1415.1661                 1418.1729             64303 
     1437.0583                 1451.8518                 1462.8705             64304 
     1476.1271                 1486.0334                 2071.1329             64305 
     3062.2011                 3068.3505                 3075.8015             64306 
     3129.8778                 3134.0198                 3164.5454             64307 
     3739.4179                 3749.8301                 3762.7617             64308 
Zero-point correction (Hartree): 0.153622 64309 
 64310 
TS.triHPacyl.COelim.ptmmmtppmu 64311 
------------------------------ 64312 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16098271  64313 
Electronic state : 2-A 64314 
Cartesian coordinates (Angs): 64315 
     O       2.125731     -1.549871      -0.635668 64316 
     O       1.609412     -1.193083       0.636228 64317 
     C       0.861018     -0.054679       0.554713 64318 
     C      -0.045816      0.031392      -0.654082 64319 
     C      -1.044508      1.180196      -0.611152 64320 
     O      -2.051457      1.074563       0.381594 64321 
     O      -3.071283      0.220753      -0.133059 64322 
     H       1.407565     -2.102207      -0.983011 64323 
     C       0.411145      0.324722       1.927188 64324 
     H       1.268496      0.295965       2.597233 64325 
     H      -0.354007     -0.367540       2.280419 64326 
     H      -0.004672      1.330505       1.932809 64327 
     C       2.257847      1.410021       0.142892 64328 
     O       2.086783      2.025129      -0.807679 64329 
     H      -3.857454      0.765276      -0.009385 64330 
     H       0.572297      0.209346      -1.538644 64331 
     O      -0.639072     -1.228222      -0.964482 64332 
     O      -1.246207     -1.780328       0.195829 64333 
     H      -2.146841     -1.424016       0.140515 64334 
     H      -0.515023      2.104145      -0.373361 64335 
     H      -1.519721      1.287084      -1.586030 64336 
Rotational constants (GHz):    1.2656600    0.7590200    0.6145700 64337 
Vibrational harmonic frequencies (cm-1): 64338 
     i318.3985                   45.5958                   78.0517             64339 
       87.5738                  123.7223                  130.4400             64340 
      138.1917                  164.2125                  203.8628             64341 
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      229.5070                  234.1059                  245.6256             64342 
      251.8209                  256.8476                  311.9172             64343 
      323.4314                  394.6596                  410.3413             64344 
      443.4227                  481.4371                  518.7422             64345 
      536.1190                  622.4956                  704.2288             64346 
      823.3815                  899.0450                  947.6114             64347 
      967.2788                 1010.7407                 1028.6084             64348 
     1054.0030                 1071.2186                 1105.3040             64349 
     1155.6233                 1253.2271                 1303.1228             64350 
     1329.4148                 1368.6219                 1380.0726             64351 
     1390.1148                 1409.8754                 1417.7962             64352 
     1443.0252                 1460.7448                 1464.7791             64353 
     1477.7526                 1492.7744                 2044.7643             64354 
     3068.2204                 3075.6422                 3087.6188             64355 
     3139.5887                 3141.9266                 3159.0616             64356 
     3734.4981                 3747.0246                 3841.2813             64357 
Zero-point correction (Hartree): 0.153161 64358 
 64359 
TS.triHPacyl.COelim.ptmmmttmpu 64360 
------------------------------ 64361 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16250974  64362 
Electronic state : 2-A 64363 
Cartesian coordinates (Angs): 64364 
     O      -1.925092      1.859547       0.027163 64365 
     O      -1.636757      0.941675       1.067024 64366 
     C      -0.952932     -0.141828       0.587971 64367 
     C       0.108220      0.172681      -0.440352 64368 
     C       1.022071     -0.999415      -0.770676 64369 
     O       1.876173     -1.377045       0.291861 64370 
     O       2.950932     -0.443948       0.354387 64371 
     H      -1.138066      2.426321       0.048689 64372 
     C      -0.711796     -1.086056       1.720398 64373 
     H      -1.643468     -1.219815       2.266827 64374 
     H       0.047461     -0.695077       2.400858 64375 
     H      -0.373546     -2.052879       1.354300 64376 
     C      -2.357510     -1.148973      -0.539281 64377 
     O      -2.087713     -1.354868      -1.631123 64378 
     H       2.701824      0.083467       1.126008 64379 
     H      -0.367751      0.503134      -1.366407 64380 
     O       0.840543      1.279710       0.098574 64381 
     O       1.681933      1.792819      -0.924843 64382 
     H       2.481407      1.254654      -0.806150 64383 
     H       0.422947     -1.885409      -0.982754 64384 
     H       1.620738     -0.775962      -1.654078 64385 
Rotational constants (GHz):    1.1988200    0.7307000    0.6224000 64386 
Vibrational harmonic frequencies (cm-1): 64387 
     i331.8454                   32.9796                   68.3724             64388 
       89.2257                  119.5182                  120.7499             64389 
      167.2942                  191.7488                  212.0205             64390 
      220.7043                  232.6459                  249.6710             64391 
      270.9625                  304.7437                  316.6410             64392 
      345.0232                  382.7433                  414.4234             64393 
      468.2537                  479.7978                  529.2887             64394 
      562.5062                  586.5604                  725.9442             64395 
      809.7404                  884.0692                  961.9968             64396 
      964.8783                 1026.7612                 1028.6948             64397 
     1056.8458                 1075.3192                 1100.8003             64398 
     1153.8719                 1249.6814                 1294.6074             64399 
     1324.9692                 1372.3842                 1385.6854             64400 
     1404.0411                 1413.2676                 1417.6426             64401 
     1433.0316                 1448.3901                 1472.4892             64402 
     1479.7048                 1491.9979                 2056.1779             64403 
     3060.7670                 3080.6078                 3091.3344             64404 
     3134.4164                 3140.5044                 3164.3703             64405 
     3734.3629                 3752.9240                 3795.6308             64406 
Zero-point correction (Hartree): 0.153443 64407 
 64408 
TS.triHPacyl.COelim.ptmmpmpmpu 64409 
------------------------------ 64410 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16182052  64411 
Electronic state : 2-A 64412 
Cartesian coordinates (Angs): 64413 
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     O      -2.015760      1.560950      -0.502450 64414 
     O      -1.508551      0.961150       0.682918 64415 
     C      -0.723201     -0.121526       0.381233 64416 
     C       0.238192      0.071328      -0.769590 64417 
     C       1.245557     -1.062341      -0.912725 64418 
     O       2.146219     -1.196668       0.165445 64419 
     O       3.254645     -0.340596      -0.059507 64420 
     H      -2.923719      1.225145      -0.499007 64421 
     C      -0.345748     -0.813257       1.650681 64422 
     H      -1.228981     -0.916384       2.280208 64423 
     H       0.420356     -0.253650       2.189582 64424 
     H       0.058514     -1.799427       1.435177 64425 
     C      -2.061453     -1.493393      -0.438037 64426 
     O      -3.144326     -1.155978      -0.293916 64427 
     H       2.963653      0.482836       0.361373 64428 
     H      -0.328357      0.119098      -1.703264 64429 
     O       0.835827      1.366667      -0.744113 64430 
     O       1.393287      1.607483       0.541048 64431 
     H       0.720401      2.170927       0.946704 64432 
     H       0.696678     -2.005728      -0.960106 64433 
     H       1.810644     -0.931751      -1.835437 64434 
Rotational constants (GHz):    1.5016300    0.6757600    0.5732500 64435 
Vibrational harmonic frequencies (cm-1): 64436 
     i308.4139                   59.7013                   69.9302             64437 
       92.6720                  132.1063                  142.8968             64438 
      182.7751                  204.4778                  219.6818             64439 
      223.8000                  229.2661                  248.2311             64440 
      254.5892                  286.9104                  295.3216             64441 
      334.6692                  365.6582                  379.4504             64442 
      433.0252                  492.6659                  506.6934             64443 
      548.5428                  621.0013                  716.9026             64444 
      824.0600                  903.3938                  950.0495             64445 
      965.8966                 1009.0669                 1029.9477             64446 
     1050.4995                 1068.2520                 1110.0134             64447 
     1159.5144                 1232.7465                 1296.3733             64448 
     1321.9772                 1351.3120                 1375.2363             64449 
     1398.2574                 1408.2334                 1415.6901             64450 
     1423.9805                 1451.9937                 1466.0835             64451 
     1478.9692                 1488.5629                 2057.2700             64452 
     3065.7513                 3072.6987                 3081.5570             64453 
     3131.1813                 3134.3877                 3164.7316             64454 
     3742.6443                 3789.6729                 3798.9471             64455 
Zero-point correction (Hartree): 0.153229 64456 
 64457 
TS.triHPacyl.COelim.ptmmptpmpu 64458 
------------------------------ 64459 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16168470  64460 
Electronic state : 2-A 64461 
Cartesian coordinates (Angs): 64462 
     O       2.007998     -1.776535      -0.574290 64463 
     O       1.493876     -1.249502       0.638870 64464 
     C       0.826173     -0.074192       0.405058 64465 
     C      -0.137686     -0.100766      -0.763410 64466 
     C      -1.073799      1.101200      -0.816893 64467 
     O      -1.966111      1.208173       0.270778 64468 
     O      -3.126601      0.445041      -0.016520 64469 
     H       2.825053     -1.261702      -0.665361 64470 
     C       0.495624      0.577436       1.707237 64471 
     H       1.368895      0.550416       2.357569 64472 
     H      -0.337177      0.068557       2.195546 64473 
     H       0.198148      1.611819       1.548357 64474 
     C       2.353009      1.132511      -0.320244 64475 
     O       2.121891      2.249971      -0.339998 64476 
     H      -2.888449     -0.426309       0.335939 64477 
     H       0.429728     -0.112503      -1.698749 64478 
     O      -0.820348     -1.351415      -0.844151 64479 
     O      -1.399263     -1.658970       0.416276 64480 
     H      -0.748439     -2.269069       0.790253 64481 
     H      -0.475094      2.015104      -0.796502 64482 
     H      -1.644118      1.072443      -1.745277 64483 
Rotational constants (GHz):    1.2378700    0.7785200    0.5933200 64484 
Vibrational harmonic frequencies (cm-1): 64485 
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     i307.4348                   55.1540                   73.7925             64486 
       90.1976                  133.3804                  140.8702             64487 
      179.7511                  197.1386                  212.8799             64488 
      232.1800                  234.0320                  241.9651             64489 
      256.1988                  296.0822                  315.0209             64490 
      343.0299                  356.3159                  401.6436             64491 
      416.5684                  486.3038                  512.4883             64492 
      539.0017                  624.1348                  706.5227             64493 
      821.2218                  902.2982                  949.6941             64494 
      963.4369                 1008.1934                 1028.1916             64495 
     1049.4923                 1067.6999                 1108.9020             64496 
     1159.1985                 1238.7268                 1292.0973             64497 
     1319.1621                 1348.9883                 1373.5763             64498 
     1400.5445                 1408.1176                 1412.3003             64499 
     1429.8015                 1454.9942                 1462.3420             64500 
     1476.0962                 1485.3062                 2074.0405             64501 
     3064.6718                 3064.8176                 3076.3920             64502 
     3129.2596                 3133.9929                 3162.0804             64503 
     3753.0172                 3754.6764                 3792.2451             64504 
Zero-point correction (Hartree): 0.153116 64505 
 64506 
TS.triHPacyl.COelim.ptppmmmmmu 64507 
------------------------------ 64508 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16374390  64509 
Electronic state : 2-A 64510 
Cartesian coordinates (Angs): 64511 
     O       1.557172      1.415355      -1.162960 64512 
     O       1.275064      1.401812       0.228418 64513 
     C       0.232936      0.561074       0.505005 64514 
     C       0.320457     -0.827047      -0.086332 64515 
     C      -0.788343     -1.764447       0.394992 64516 
     O      -2.077328     -1.235986       0.222432 64517 
     O      -2.336072     -1.199140      -1.172706 64518 
     H       2.240956      0.728602      -1.216782 64519 
     C      -0.151871      0.723206       1.939881 64520 
     H      -0.140025      1.779255       2.201171 64521 
     H       0.552545      0.192930       2.586242 64522 
     H      -1.152632      0.328326       2.107261 64523 
     C      -1.302042      1.502151      -0.519674 64524 
     O      -1.411917      2.587802      -0.189939 64525 
     H      -2.188811     -0.256145      -1.361595 64526 
     H       0.327765     -0.780288      -1.175035 64527 
     O       1.505908     -1.492172       0.362687 64528 
     O       2.615937     -1.058031      -0.413438 64529 
     H       2.849679     -1.867455      -0.884495 64530 
     H      -0.695386     -2.718841      -0.124240 64531 
     H      -0.691014     -1.933114       1.468288 64532 
Rotational constants (GHz):    1.0083800    0.8754800    0.6140300 64533 
Vibrational harmonic frequencies (cm-1): 64534 
     i320.7131                   46.8755                   84.2641             64535 
       95.0662                  134.1084                  160.6209             64536 
      165.8077                  199.9125                  204.0005             64537 
      227.6784                  236.8353                  252.6729             64538 
      261.4151                  282.0924                  289.2291             64539 
      356.0037                  379.5985                  393.2395             64540 
      482.9100                  503.4558                  515.3456             64541 
      549.4088                  607.9695                  646.3281             64542 
      772.9745                  945.6583                  965.4167             64543 
     1003.4168                 1009.9731                 1053.1530             64544 
     1061.9842                 1075.2147                 1129.4022             64545 
     1161.4119                 1241.0903                 1294.8594             64546 
     1303.7377                 1347.0237                 1385.8372             64547 
     1394.7259                 1407.3873                 1413.1702             64548 
     1451.8259                 1461.7921                 1480.6986             64549 
     1488.3655                 1500.8843                 2086.5072             64550 
     3051.5577                 3082.0819                 3111.3742             64551 
     3128.9423                 3136.8151                 3163.3447             64552 
     3660.9808                 3731.3318                 3820.5332             64553 
Zero-point correction (Hartree): 0.153545 64554 
 64555 
TS.triHPacyl.COelim.ptppmmmpmu 64556 
------------------------------ 64557 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16452486  64558 
Electronic state : 2-A 64559 
Cartesian coordinates (Angs): 64560 
     O       1.575837      1.320318      -1.234187 64561 
     O       1.393103      1.260836       0.173288 64562 
     C       0.292503      0.503897       0.488947 64563 
     C       0.248522     -0.871885      -0.131877 64564 
     C      -0.921332     -1.727846       0.355690 64565 
     O      -2.163677     -1.084654       0.236182 64566 
     O      -2.457356     -0.983920      -1.148884 64567 
     H       2.105115      0.520952      -1.393339 64568 
     C      -0.008549      0.660861       1.944090 64569 
     H       0.106005      1.704492       2.229355 64570 
     H       0.669870      0.052679       2.548697 64571 
     H      -1.031802      0.348814       2.147921 64572 
     C      -1.198930      1.604132      -0.434748 64573 
     O      -1.212240      2.679283      -0.057444 64574 
     H      -2.237803     -0.051280      -1.316830 64575 
     H       0.231991     -0.805195      -1.219853 64576 
     O       1.382548     -1.644875       0.269194 64577 
     O       2.524532     -1.214050      -0.462941 64578 
     H       3.074291     -0.843512       0.240428 64579 
     H      -0.922575     -2.670458      -0.191648 64580 
     H      -0.810354     -1.934948       1.420989 64581 
Rotational constants (GHz):    1.0187900    0.8762200    0.6173700 64582 
Vibrational harmonic frequencies (cm-1): 64583 
     i328.1304                   50.3616                   90.8289             64584 
       97.8368                  142.0667                  153.7513             64585 
      172.1550                  199.0774                  201.4505             64586 
      227.6870                  236.3736                  251.6432             64587 
      269.4606                  284.0172                  356.0827             64588 
      359.3793                  381.3574                  394.8311             64589 
      498.6832                  511.6413                  543.7572             64590 
      561.4832                  610.9339                  652.6638             64591 
      769.6258                  945.2074                  963.4607             64592 
     1004.5886                 1012.8448                 1048.7828             64593 
     1060.3476                 1078.6541                 1130.4813             64594 
     1161.3491                 1235.7555                 1289.7102             64595 
     1304.6529                 1341.3279                 1389.5617             64596 
     1405.6582                 1409.6806                 1414.9998             64597 
     1450.8914                 1453.1982                 1480.8369             64598 
     1487.8315                 1499.9950                 2088.5890             64599 
     3049.4822                 3083.4213                 3108.0676             64600 
     3127.3847                 3137.6578                 3162.9372             64601 
     3658.2567                 3713.7075                 3805.1557             64602 
Zero-point correction (Hartree): 0.153826 64603 
 64604 
TS.triHPacyl.COelim.ptppmmpmmu 64605 
------------------------------ 64606 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16447257  64607 
Electronic state : 2-A 64608 
Cartesian coordinates (Angs): 64609 
     O       1.875993      1.060659      -1.273100 64610 
     O       1.704310      0.882309       0.126573 64611 
     C       0.443200      0.416642       0.402028 64612 
     C       0.016968     -0.751646      -0.462171 64613 
     C      -1.137775     -1.558443       0.116862 64614 
     O      -2.263709     -0.750463       0.375076 64615 
     O      -2.769085     -0.301503      -0.874129 64616 
     H       2.149316      0.173884      -1.556012 64617 
     C       0.231389      0.428266       1.881897 64618 
     H       0.560962      1.384131       2.285644 64619 
     H       0.795992     -0.373620       2.363882 64620 
     H      -0.824551      0.291234       2.106168 64621 
     C      -0.790709      1.948158      -0.205469 64622 
     O      -0.409570      2.968798       0.128790 64623 
     H      -2.431656      0.609492      -0.898824 64624 
     H      -0.263296     -0.391330      -1.453615 64625 
     O       1.130472     -1.593953      -0.753065 64626 
     O       1.645704     -2.108430       0.469390 64627 
     H       2.380650     -1.504478       0.646990 64628 
     H      -1.392243     -2.364410      -0.572749 64629 
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     H      -0.866534     -1.982103       1.083343 64630 
Rotational constants (GHz):    0.9763300    0.9283400    0.6204900 64631 
Vibrational harmonic frequencies (cm-1): 64632 
     i326.8232                   54.4650                  107.5298             64633 
      113.1452                  125.8962                  147.3441             64634 
      163.3702                  176.9140                  201.3088             64635 
      226.6545                  243.7440                  249.7330             64636 
      278.5647                  288.7855                  328.4660             64637 
      353.4290                  377.8501                  442.7658             64638 
      468.1757                  478.5929                  517.2657             64639 
      552.1038                  598.5595                  698.5443             64640 
      784.5220                  945.7509                  950.4828             64641 
      975.3062                 1014.2054                 1048.2602             64642 
     1066.3074                 1088.2054                 1123.6837             64643 
     1158.5131                 1238.0246                 1281.2846             64644 
     1305.8871                 1351.1438                 1374.5114             64645 
     1406.5003                 1409.4560                 1419.7667             64646 
     1441.8355                 1450.2250                 1483.5209             64647 
     1485.4579                 1500.6341                 2088.8560             64648 
     3054.6958                 3084.0086                 3098.2808             64649 
     3130.1084                 3145.9795                 3164.5262             64650 
     3702.8115                 3754.4116                 3782.2339             64651 
Zero-point correction (Hartree): 0.153782 64652 
 64653 
TS.triHPacyl.COelim.ptppmmppmu 64654 
------------------------------ 64655 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16359227  64656 
Electronic state : 2-A 64657 
Cartesian coordinates (Angs): 64658 
     O       1.367392      1.652657      -1.324155 64659 
     O       1.221202      1.529275       0.081660 64660 
     C       0.275281      0.593640       0.391805 64661 
     C       0.314470     -0.666220      -0.446466 64662 
     C      -0.484271     -1.822923       0.142235 64663 
     O      -1.833436     -1.488047       0.363488 64664 
     O      -2.442869     -1.290930      -0.903418 64665 
     H       2.050937      0.988522      -1.503268 64666 
     C       0.112810      0.545639       1.877249 64667 
     H       0.039493      1.561022       2.263044 64668 
     H       0.972785      0.053586       2.336355 64669 
     H      -0.793356      0.002214       2.137920 64670 
     C      -1.469560      1.487242      -0.200832 64671 
     O      -1.555476      2.559296       0.180713 64672 
     H      -2.454894     -0.319700      -0.955613 64673 
     H      -0.060572     -0.444326      -1.446609 64674 
     O       1.654837     -1.067127      -0.720647 64675 
     O       2.299005     -1.348624       0.522428 64676 
     H       2.579481     -2.261619       0.385233 64677 
     H      -0.409324     -2.682233      -0.527710 64678 
     H      -0.102165     -2.093730       1.126165 64679 
Rotational constants (GHz):    0.9698900    0.9258700    0.6201100 64680 
Vibrational harmonic frequencies (cm-1): 64681 
     i318.2070                   50.0101                  101.2363             64682 
      110.6907                  125.8124                  150.0218             64683 
      163.6332                  169.0271                  209.1282             64684 
      220.9149                  228.3177                  245.6718             64685 
      256.3423                  275.2982                  292.0335             64686 
      351.8498                  357.0670                  414.2785             64687 
      451.3278                  481.5650                  520.0035             64688 
      555.5162                  598.1418                  693.2916             64689 
      779.9836                  948.9905                  954.4527             64690 
      977.4685                 1016.5659                 1055.7569             64691 
     1070.9308                 1089.2670                 1127.6136             64692 
     1156.9847                 1248.3358                 1291.4747             64693 
     1310.6311                 1351.9181                 1375.5724             64694 
     1397.7537                 1408.1474                 1418.5688             64695 
     1436.8715                 1451.3480                 1484.2111             64696 
     1491.0745                 1502.3826                 2078.4523             64697 
     3061.2830                 3069.9121                 3105.8313             64698 
     3135.7206                 3138.5428                 3163.3760             64699 
     3672.3588                 3759.3194                 3831.5505             64700 
Zero-point correction (Hartree): 0.153512 64701 
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 64702 
TS.triHPacyl.COelim.ptppmpmpmu 64703 
------------------------------ 64704 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16206419  64705 
Electronic state : 2-A 64706 
Cartesian coordinates (Angs): 64707 
     O       1.665626      1.417875      -1.065263 64708 
     O       1.673879      1.097581       0.318255 64709 
     C       0.516699      0.450622       0.682761 64710 
     C       0.140599     -0.740065      -0.168548 64711 
     C      -1.081915     -1.494625       0.350932 64712 
     O      -2.235938     -0.691942       0.395300 64713 
     O      -2.723911     -0.585742      -0.934948 64714 
     H       2.026567      0.603715      -1.453479 64715 
     C       0.474581      0.330753       2.170119 64716 
     H       0.852907      1.248305       2.614790 64717 
     H       1.079556     -0.510797       2.517660 64718 
     H      -0.552645      0.187197       2.501965 64719 
     C      -0.895986      1.945932       0.288713 64720 
     O      -1.378818      1.946989      -0.747816 64721 
     H      -2.539880      0.342107      -1.142089 64722 
     H      -0.023202     -0.444960      -1.206432 64723 
     O       1.164565     -1.740407      -0.124946 64724 
     O       2.267634     -1.323332      -0.919736 64725 
     H       2.940711     -1.158952      -0.245552 64726 
     H      -1.253929     -2.369086      -0.275418 64727 
     H      -0.918250     -1.821415       1.377920 64728 
Rotational constants (GHz):    1.1297100    0.8068600    0.6537300 64729 
Vibrational harmonic frequencies (cm-1): 64730 
     i322.0217                   50.3290                   84.7152             64731 
      103.9590                  122.1292                  145.9343             64732 
      178.8762                  190.0194                  198.9533             64733 
      223.4061                  231.2883                  233.6755             64734 
      256.5520                  309.4678                  323.0701             64735 
      345.6364                  378.0648                  387.5651             64736 
      400.8032                  510.8514                  535.1996             64737 
      554.9214                  588.3917                  644.4064             64738 
      760.5188                  943.6991                  961.7606             64739 
      997.6726                 1020.3088                 1050.4922             64740 
     1056.6892                 1071.1328                 1128.7209             64741 
     1155.2635                 1233.8629                 1289.4327             64742 
     1304.6631                 1338.6751                 1384.2603             64743 
     1404.1689                 1411.8515                 1414.6887             64744 
     1441.0812                 1453.7321                 1479.1362             64745 
     1486.0150                 1500.4429                 2052.1509             64746 
     3052.2346                 3091.8561                 3097.9868             64747 
     3129.7491                 3146.1845                 3163.9247             64748 
     3721.9514                 3778.3044                 3804.1161             64749 
Zero-point correction (Hartree): 0.153378 64750 
 64751 
TS.triHPacyl.COelim.ptppmpppmu 64752 
------------------------------ 64753 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16170684  64754 
Electronic state : 2-A 64755 
Cartesian coordinates (Angs): 64756 
     O       1.718927      1.540808      -1.134080 64757 
     O       1.730552      1.181064       0.238665 64758 
     C       0.583861      0.517597       0.574652 64759 
     C       0.124479     -0.522072      -0.427854 64760 
     C      -0.879133     -1.515275       0.143214 64761 
     O      -2.086792     -0.886924       0.509923 64762 
     O      -2.806937     -0.622903      -0.686537 64763 
     H       2.128652      0.760370      -1.538026 64764 
     C       0.587785      0.246126       2.042134 64765 
     H       0.899032      1.146890       2.566901 64766 
     H       1.276226     -0.566543       2.283637 64767 
     H      -0.413975     -0.018961       2.376389 64768 
     C      -0.841914      2.030563       0.421749 64769 
     O      -1.543230      1.988805      -0.483078 64770 
     H      -2.728814      0.339194      -0.759790 64771 
     H      -0.319665     -0.029816      -1.296474 64772 
     O       1.234668     -1.200092      -1.013743 64773 
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     O       1.926302     -1.889560       0.028518 64774 
     H       1.898950     -2.797137      -0.298021 64775 
     H      -1.071996     -2.295365      -0.595279 64776 
     H      -0.506801     -1.969853       1.059943 64777 
Rotational constants (GHz):    1.0946400    0.8502100    0.6439900 64778 
Vibrational harmonic frequencies (cm-1): 64779 
     i315.6754                   64.3784                   79.5095             64780 
      109.7120                  118.2770                  136.9781             64781 
      151.0785                  170.7643                  198.4899             64782 
      209.7135                  230.6879                  238.9414             64783 
      256.2927                  271.1318                  302.5606             64784 
      353.2523                  374.3537                  389.4201             64785 
      431.2566                  456.2246                  470.9606             64786 
      540.7548                  588.5154                  679.8720             64787 
      784.9147                  944.8606                  951.5987             64788 
      975.0742                 1019.7251                 1054.1854             64789 
     1066.9970                 1081.4362                 1125.0616             64790 
     1154.0599                 1250.4897                 1292.6940             64791 
     1309.6301                 1350.2324                 1369.7513             64792 
     1399.1880                 1409.1675                 1417.5116             64793 
     1436.4003                 1438.9472                 1480.5569             64794 
     1489.3100                 1501.4602                 2039.9572             64795 
     3060.0782                 3078.4965                 3091.2105             64796 
     3135.8484                 3145.3593                 3161.3554             64797 
     3760.9204                 3779.9897                 3830.7857             64798 
Zero-point correction (Hartree): 0.153117 64799 
 64800 
TS.triHPacyl.COelim.ptppmtpmmu 64801 
------------------------------ 64802 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16317907  64803 
Electronic state : 2-A 64804 
Cartesian coordinates (Angs): 64805 
     O       1.839420      1.462527      -1.067860 64806 
     O       1.812320      0.987175       0.272233 64807 
     C       0.576591      0.467376       0.567078 64808 
     C       0.080506     -0.544552      -0.449921 64809 
     C      -0.947347     -1.519730       0.108085 64810 
     O      -2.125950     -0.851477       0.502853 64811 
     O      -2.848756     -0.535135      -0.680199 64812 
     H       2.064485      0.657437      -1.560481 64813 
     C       0.476684      0.223867       2.035972 64814 
     H       0.825293      1.106430       2.568027 64815 
     H       1.079861     -0.637036       2.336757 64816 
     H      -0.559193      0.033008       2.311685 64817 
     C      -0.673889      2.138345       0.326395 64818 
     O      -1.494829      2.057428      -0.464844 64819 
     H      -2.756211      0.427029      -0.719731 64820 
     H      -0.353529     -0.035331      -1.314569 64821 
     O       1.181562     -1.241577      -1.031049 64822 
     O       1.863599     -1.946508      -0.000826 64823 
     H       2.557024     -1.317833       0.247408 64824 
     H      -1.173544     -2.274937      -0.644643 64825 
     H      -0.578384     -2.010067       1.007423 64826 
Rotational constants (GHz):    1.1133600    0.8417600    0.6401200 64827 
Vibrational harmonic frequencies (cm-1): 64828 
     i316.9893                   72.1498                   75.4360             64829 
      112.7246                  122.0565                  143.6116             64830 
      163.5968                  170.5120                  204.1106             64831 
      222.3910                  236.4316                  248.3239             64832 
      273.8521                  315.0073                  366.4372             64833 
      369.6467                  381.4465                  405.4485             64834 
      446.9857                  460.3065                  476.2207             64835 
      542.0838                  583.5287                  685.1866             64836 
      789.5536                  945.7849                  946.0885             64837 
      973.1483                 1015.6087                 1045.0065             64838 
     1062.3370                 1080.2161                 1121.9164             64839 
     1154.8425                 1239.7193                 1280.0156             64840 
     1301.7642                 1346.1526                 1366.8051             64841 
     1407.4959                 1409.7061                 1422.6634             64842 
     1434.7201                 1439.8577                 1483.1413             64843 
     1484.0296                 1500.8603                 2058.1937             64844 
     3050.1497                 3082.7190                 3092.2267             64845 
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     3129.4519                 3152.1278                 3163.9994             64846 
     3749.4017                 3772.9480                 3791.9861             64847 
Zero-point correction (Hartree): 0.153485 64848 
 64849 
TS.triHPacyl.COelim.ptpppmpmmu 64850 
------------------------------ 64851 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16299971  64852 
Electronic state : 2-A 64853 
Cartesian coordinates (Angs): 64854 
     O       2.180241      0.175881      -1.169965 64855 
     O       1.902372      0.019029       0.216503 64856 
     C       0.556765      0.110599       0.445461 64857 
     C      -0.321783     -0.663378      -0.517548 64858 
     C      -1.738370     -0.885166       0.005366 64859 
     O      -2.385299      0.309544       0.379710 64860 
     O      -2.609272      1.067859      -0.800140 64861 
     H       2.598256      1.048576      -1.167998 64862 
     C       0.316615      0.100309       1.920710 64863 
     H       1.017954      0.774364       2.410385 64864 
     H       0.453414     -0.905800       2.323672 64865 
     H      -0.699531      0.425839       2.131750 64866 
     C       0.166981      2.102828      -0.044606 64867 
     O       1.115509      2.732332       0.052407 64868 
     H      -1.915928      1.742343      -0.720285 64869 
     H      -0.361737     -0.148923      -1.478616 64870 
     O       0.257694     -1.909768      -0.868131 64871 
     O       0.489363     -2.651315       0.325399 64872 
     H       1.450209     -2.578653       0.402614 64873 
     H      -2.314596     -1.409886      -0.757624 64874 
     H      -1.714155     -1.487504       0.913534 64875 
Rotational constants (GHz):    0.9805200    0.9279300    0.6167400 64876 
Vibrational harmonic frequencies (cm-1): 64877 
     i301.2368                   53.2269                  100.9004             64878 
      117.2283                  123.4475                  138.1058             64879 
      161.4968                  167.3089                  197.9221             64880 
      218.2941                  233.3546                  251.3467             64881 
      259.4490                  284.1552                  313.0360             64882 
      323.3609                  354.4783                  360.6042             64883 
      446.4432                  462.9530                  488.2524             64884 
      548.5026                  603.3112                  696.0856             64885 
      781.3515                  949.0181                  951.3393             64886 
      974.9909                 1011.0135                 1049.3379             64887 
     1063.8417                 1096.1475                 1121.8313             64888 
     1152.6648                 1238.5984                 1285.2681             64889 
     1300.2334                 1341.9363                 1375.1918             64890 
     1405.8548                 1407.4433                 1415.3649             64891 
     1423.5015                 1440.7558                 1485.2454             64892 
     1486.4470                 1501.7673                 2065.5322             64893 
     3058.7616                 3084.6242                 3105.7342             64894 
     3130.9344                 3144.0601                 3166.1580             64895 
     3710.8223                 3794.8967                 3801.0981             64896 
Zero-point correction (Hartree): 0.153150 64897 
 64898 
TS.triHPacyl.COelim.ptppptpmmu 64899 
------------------------------ 64900 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16119556  64901 
Electronic state : 2-A 64902 
Cartesian coordinates (Angs): 64903 
     O       1.791142      1.499128      -1.212118 64904 
     O       1.623935      1.268176       0.177346 64905 
     C       0.474276      0.557916       0.408473 64906 
     C       0.264796     -0.644049      -0.495164 64907 
     C      -0.713153     -1.668679       0.072048 64908 
     O      -1.982715     -1.133233       0.360994 64909 
     O      -2.591821     -0.827017      -0.893076 64910 
     H       1.186388      2.245886      -1.347636 64911 
     C       0.221123      0.487230       1.878651 64912 
     H       0.399909      1.461495       2.330473 64913 
     H       0.883983     -0.244950       2.346253 64914 
     H      -0.810160      0.192915       2.063965 64915 
     C      -0.927385      1.962686      -0.247313 64916 
     O      -1.977195      1.883847       0.196112 64917 
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     H      -2.938807      0.055534      -0.710620 64918 
     H      -0.073655     -0.322275      -1.481328 64919 
     O       1.493671     -1.290436      -0.790540 64920 
     O       2.116308     -1.655083       0.436565 64921 
     H       2.798944     -0.973462       0.505329 64922 
     H      -0.800088     -2.495722      -0.633952 64923 
     H      -0.351058     -2.053110       1.025093 64924 
Rotational constants (GHz):    1.1169300    0.8468600    0.6277000 64925 
Vibrational harmonic frequencies (cm-1): 64926 
     i293.4211                   42.9007                   95.2624             64927 
      118.7992                  129.0433                  146.4277             64928 
      149.7053                  168.8041                  197.7169             64929 
      200.2536                  214.8679                  240.1865             64930 
      264.2916                  291.6366                  304.8286             64931 
      338.0343                  362.9770                  370.1989             64932 
      388.6402                  438.1194                  462.3447             64933 
      546.7584                  591.1808                  685.0771             64934 
      783.0232                  947.0287                  949.1441             64935 
      973.2537                 1011.0059                 1051.0432             64936 
     1062.8367                 1089.9960                 1121.8278             64937 
     1149.9410                 1240.4099                 1283.8122             64938 
     1295.8925                 1335.8130                 1374.5057             64939 
     1404.0787                 1404.6039                 1414.0996             64940 
     1431.4551                 1437.0111                 1483.0376             64941 
     1484.8896                 1500.7809                 2065.1207             64942 
     3055.3897                 3084.6318                 3101.6383             64943 
     3129.8572                 3145.9480                 3162.7587             64944 
     3745.1031                 3791.3022                 3820.7445             64945 
Zero-point correction (Hartree): 0.152820 64946 
 64947 
TS.triHPacyl.COelim.pttmmmpppu 64948 
------------------------------ 64949 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16194693  64950 
Electronic state : 2-A 64951 
Cartesian coordinates (Angs): 64952 
     O      -1.528199      1.282288      -1.543158 64953 
     O      -1.727558      1.153208      -0.145654 64954 
     C      -0.999213      0.111573       0.361760 64955 
     C       0.380761     -0.056469      -0.222366 64956 
     C       1.248249     -1.039316       0.558278 64957 
     O       2.618575     -0.834894       0.279763 64958 
     O       2.830300     -1.068653      -1.104046 64959 
     H      -0.791354      1.911422      -1.571859 64960 
     C      -1.262885      0.027903       1.832048 64961 
     H      -2.327392      0.171184       2.010396 64962 
     H      -0.704124      0.797446       2.368871 64963 
     H      -0.980207     -0.950429       2.218234 64964 
     C      -1.914084     -1.578631      -0.325992 64965 
     O      -3.053457     -1.513113      -0.305071 64966 
     H       2.792928     -0.170421      -1.462359 64967 
     H       0.287395     -0.397637      -1.253785 64968 
     O       1.052206      1.193979      -0.387613 64969 
     O       1.382683      1.714560       0.892164 64970 
     H       2.277386      1.362637       1.013598 64971 
     H       1.185096     -0.870194       1.632071 64972 
     H       0.946911     -2.063371       0.331384 64973 
Rotational constants (GHz):    1.3072000    0.6424700    0.5756700 64974 
Vibrational harmonic frequencies (cm-1): 64975 
     i334.0287                   40.8353                   62.8366             64976 
       63.7948                  106.2718                  122.0024             64977 
      137.2234                  154.3655                  209.7327             64978 
      213.1378                  233.9788                  255.4963             64979 
      267.3634                  295.7727                  343.7631             64980 
      366.5817                  374.4407                  397.4794             64981 
      428.6388                  458.6062                  474.8534             64982 
      565.0619                  629.1509                  709.6528             64983 
      812.0557                  924.7753                  960.2193             64984 
      979.9071                  999.9804                 1052.3415             64985 
     1057.0508                 1093.3513                 1113.1144             64986 
     1160.8436                 1243.5745                 1295.8402             64987 
     1324.3723                 1340.3077                 1388.3839             64988 
     1408.3210                 1409.3243                 1423.1282             64989 
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     1430.7354                 1435.1197                 1481.7676             64990 
     1492.7294                 1496.7868                 2073.4575             64991 
     3057.6381                 3084.6192                 3110.6290             64992 
     3130.4618                 3148.6339                 3154.3108             64993 
     3765.3477                 3766.6741                 3782.2619             64994 
Zero-point correction (Hartree): 0.153341 64995 
 64996 
TS.triHPacyl.COelim.pttmmmtmpu 64997 
------------------------------ 64998 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16243587  64999 
Electronic state : 2-A 65000 
Cartesian coordinates (Angs): 65001 
     O      -1.425001      1.748837      -1.024979 65002 
     O      -1.816121      1.154053       0.198861 65003 
     C      -1.094590      0.018578       0.449957 65004 
     C       0.357875      0.067221       0.056008 65005 
     C       1.137083     -1.128952       0.574139 65006 
     O       2.520578     -1.013950       0.298208 65007 
     O       2.701049     -1.096923      -1.106604 65008 
     H      -0.718679      2.344799      -0.730241 65009 
     C      -1.521965     -0.530587       1.774329 65010 
     H      -2.607006     -0.481985       1.848616 65011 
     H      -1.088520      0.047153       2.594479 65012 
     H      -1.214394     -1.570477       1.875083 65013 
     C      -1.821186     -1.375442      -0.852333 65014 
     O      -2.951128     -1.310768      -0.994683 65015 
     H       2.670826     -0.164507      -1.370147 65016 
     H       0.427704      0.121066      -1.030948 65017 
     O       0.874773      1.292114       0.590326 65018 
     O       2.046822      1.644918      -0.140491 65019 
     H       2.742592      1.273748       0.421095 65020 
     H       1.097568     -1.167366       1.663377 65021 
     H       0.738828     -2.053589       0.150981 65022 
Rotational constants (GHz):    1.2848700    0.6473600    0.5560800 65023 
Vibrational harmonic frequencies (cm-1): 65024 
     i336.6022                   36.0901                   70.4368             65025 
       82.5689                  115.4325                  122.9706             65026 
      150.2634                  169.8944                  202.0030             65027 
      219.7257                  236.6782                  242.2980             65028 
      273.6843                  294.8436                  321.5341             65029 
      365.2849                  403.4674                  417.7077             65030 
      446.4942                  464.9588                  497.0509             65031 
      561.1899                  572.8999                  617.6884             65032 
      886.5322                  895.3626                  963.6674             65033 
      979.6914                 1020.1713                 1054.4678             65034 
     1061.4879                 1098.5056                 1114.1214             65035 
     1156.6785                 1240.9972                 1306.1298             65036 
     1324.1929                 1344.1431                 1379.0643             65037 
     1411.3108                 1415.8965                 1425.8226             65038 
     1437.1960                 1440.9430                 1470.8762             65039 
     1486.9544                 1492.8122                 2077.9247             65040 
     3051.5584                 3072.0759                 3100.3603             65041 
     3125.5651                 3135.4668                 3155.5394             65042 
     3754.8965                 3758.4080                 3782.2832             65043 
Zero-point correction (Hartree): 0.153335 65044 
 65045 
TS.triHPacyl.COelim.pttpmmmpmu 65046 
------------------------------ 65047 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16200630  65048 
Electronic state : 2-A 65049 
Cartesian coordinates (Angs): 65050 
     O      -1.832505      1.406943      -1.038124 65051 
     O      -1.740323      0.995668       0.317357 65052 
     C      -0.910254     -0.090340       0.442439 65053 
     C       0.441968      0.028022      -0.208844 65054 
     C       1.294031     -1.219030      -0.022345 65055 
     O       2.484353     -1.144568      -0.772268 65056 
     O       3.477639     -0.503301       0.013433 65057 
     H      -1.081024      2.018616      -1.106042 65058 
     C      -1.013087     -0.620407       1.836624 65059 
     H      -2.053632     -0.606040       2.154910 65060 
     H      -0.421307     -0.018377       2.531413 65061 
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     H      -0.649495     -1.646379       1.880562 65062 
     C      -1.854294     -1.539094      -0.690574 65063 
     O      -2.979899     -1.565878      -0.517044 65064 
     H       3.238083      0.430875      -0.070126 65065 
     H       0.342207      0.221757      -1.277485 65066 
     O       1.206252      1.098185       0.372983 65067 
     O       0.675881      2.340682      -0.076643 65068 
     H       0.265753      2.681760       0.729717 65069 
     H       1.538418     -1.385795       1.027476 65070 
     H       0.739625     -2.073158      -0.411783 65071 
Rotational constants (GHz):    1.2832500    0.6515200    0.5245800 65072 
Vibrational harmonic frequencies (cm-1): 65073 
     i326.0657                   52.7008                   68.0986             65074 
       80.2052                  110.8303                  131.0159             65075 
      150.5866                  167.2571                  185.7452             65076 
      205.1322                  218.2745                  227.6344             65077 
      243.3675                  282.0531                  310.0129             65078 
      346.0086                  381.9876                  391.2068             65079 
      425.0701                  507.1651                  535.7691             65080 
      544.4951                  581.1421                  642.1237             65081 
      838.8020                  871.4674                  963.2588             65082 
      974.3024                 1039.1248                 1044.2746             65083 
     1054.0316                 1094.8924                 1128.0433             65084 
     1145.9284                 1223.5495                 1303.0599             65085 
     1317.1854                 1338.1201                 1368.0017             65086 
     1402.3373                 1411.0915                 1420.7182             65087 
     1443.4098                 1448.6737                 1466.0934             65088 
     1483.7030                 1490.7934                 2089.5153             65089 
     3049.6029                 3081.4566                 3105.9762             65090 
     3123.0912                 3142.4093                 3158.8679             65091 
     3723.6905                 3777.8251                 3803.5512             65092 
Zero-point correction (Hartree): 0.152899 65093 
 65094 
TS.triHPacyl.COelim.pttpmmppmu 65095 
------------------------------ 65096 
IRC pathway available 65097 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18888084  65098 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07154751  65099 
     T1 diagnostic:  0.016837  65100 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03221392  65101 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.05005061  65102 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03802806  65103 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05380536  65104 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51187474  65105 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50422806  65106 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16452610  65107 
Electronic state : 2-A 65108 
Cartesian coordinates (Angs): 65109 
     O      -1.648580      1.538924      -1.236257 65110 
     O      -1.702390      1.189226       0.136821 65111 
     C      -0.986243      0.050944       0.378643 65112 
     C       0.320281     -0.066229      -0.368045 65113 
     C       1.183150     -1.203342       0.151436 65114 
     O       2.361046     -1.369829      -0.610425 65115 
     O       3.288877     -0.362418      -0.214632 65116 
     H      -0.874266      2.122225      -1.252351 65117 
     C      -1.101477     -0.284286       1.831677 65118 
     H      -2.142286     -0.192578       2.138694 65119 
     H      -0.491635      0.394244       2.431510 65120 
     H      -0.776978     -1.307684       2.015476 65121 
     C      -2.060642     -1.464106      -0.484502 65122 
     O      -3.188257     -1.339709      -0.361567 65123 
     H       3.249360      0.241609      -0.968541 65124 
     H       0.119800     -0.241558      -1.426804 65125 
     O       1.021096      1.179588      -0.403111 65126 
     O       1.419720      1.526523       0.914898 65127 
     H       2.292282      1.103103       0.964503 65128 
     H       1.444521     -1.075466       1.202605 65129 
     H       0.636687     -2.140219       0.033847 65130 
Rotational constants (GHz):    1.4186400    0.6310300    0.5480100 65131 
Vibrational harmonic frequencies (cm-1): 65132 
     i323.4039                   48.3486                   73.2626             65133 
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      100.4506                  110.2341                  129.7821             65134 
      180.7203                  190.1353                  196.6320             65135 
      223.4293                  231.3395                  234.5082             65136 
      276.6708                  290.9189                  316.4975             65137 
      369.9064                  392.3348                  417.7403             65138 
      431.7337                  492.1812                  547.1223             65139 
      569.3400                  601.8197                  676.5909             65140 
      834.4811                  907.4399                  950.5762             65141 
      976.2991                 1005.9915                 1053.6812             65142 
     1056.7208                 1108.4918                 1121.9076             65143 
     1145.7862                 1236.6762                 1309.3477             65144 
     1318.0789                 1333.1169                 1379.1896             65145 
     1406.3374                 1408.3399                 1420.7412             65146 
     1439.8482                 1448.8298                 1475.1946             65147 
     1486.8725                 1495.7779                 2076.2454             65148 
     3058.9641                 3081.3562                 3096.8024             65149 
     3131.2604                 3136.9695                 3151.9133             65150 
     3738.2298                 3760.8730                 3801.0108             65151 
Zero-point correction (Hartree): 0.153674 65152 
 65153 
TS.triHPacyl.COelim.pttpmmpppu 65154 
------------------------------ 65155 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16281551  65156 
Electronic state : 2-A 65157 
Cartesian coordinates (Angs): 65158 
     O      -1.709560      1.536019      -1.207261 65159 
     O      -1.740512      1.166233       0.160731 65160 
     C      -0.992948      0.044940       0.383820 65161 
     C       0.299551     -0.039355      -0.393083 65162 
     C       1.188686     -1.166983       0.102515 65163 
     O       2.363439     -1.292757      -0.674358 65164 
     O       3.295415     -0.314086      -0.218085 65165 
     H      -0.919169      2.098364      -1.233375 65166 
     C      -1.066661     -0.292524       1.839089 65167 
     H      -2.099088     -0.206949       2.174933 65168 
     H      -0.444115      0.389087       2.422570 65169 
     H      -0.731788     -1.314404       2.012963 65170 
     C      -2.054241     -1.503137      -0.456655 65171 
     O      -3.182663     -1.388432      -0.331508 65172 
     H       4.026955     -0.875052       0.066611 65173 
     H       0.079738     -0.216491      -1.447440 65174 
     O       0.965881      1.218267      -0.438468 65175 
     O       1.430731      1.548597       0.861970 65176 
     H       2.346874      1.235587       0.801364 65177 
     H       1.455577     -1.047760       1.152711 65178 
     H       0.656852     -2.110749      -0.028614 65179 
Rotational constants (GHz):    1.4234400    0.6255700    0.5421200 65180 
Vibrational harmonic frequencies (cm-1): 65181 
     i315.6809                   47.2053                   68.9447             65182 
       94.7513                  104.4079                  124.4536             65183 
      170.8769                  182.7768                  190.7220             65184 
      222.4673                  226.2176                  233.5672             65185 
      240.0385                  275.3567                  302.3578             65186 
      319.2159                  374.9719                  419.3741             65187 
      435.4546                  491.0577                  500.1429             65188 
      567.6018                  599.2641                  675.1085             65189 
      830.2829                  906.5028                  952.2966             65190 
      975.9914                 1005.7684                 1052.6340             65191 
     1057.9113                 1104.9553                 1122.0548             65192 
     1152.9462                 1238.1221                 1310.4673             65193 
     1319.7281                 1334.6369                 1381.3769             65194 
     1395.5452                 1407.0383                 1427.2604             65195 
     1441.1052                 1448.6056                 1471.7202             65196 
     1486.2445                 1495.3137                 2075.9293             65197 
     3057.1808                 3081.6247                 3099.5863             65198 
     3129.4804                 3138.0022                 3151.3906             65199 
     3747.1126                 3749.5581                 3829.6461             65200 
Zero-point correction (Hartree): 0.153194 65201 
 65202 
TS.triHPacyl.COelim.pttpmmtmpu 65203 
------------------------------ 65204 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16195296  65205 
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Electronic state : 2-A 65206 
Cartesian coordinates (Angs): 65207 
     O      -1.537742      1.883210      -0.617492 65208 
     O      -1.794722      1.072089       0.513715 65209 
     C      -1.076948     -0.088993       0.463433 65210 
     C       0.311742      0.028294      -0.112311 65211 
     C       1.094723     -1.262902       0.052621 65212 
     O       2.303548     -1.267971      -0.683948 65213 
     O       3.249063     -0.485779       0.046518 65214 
     H      -0.751136      2.374628      -0.330023 65215 
     C      -1.332098     -0.860422       1.719700 65216 
     H      -2.395659     -0.830860       1.951126 65217 
     H      -0.779812     -0.428917       2.558360 65218 
     H      -1.032407     -1.900629       1.599705 65219 
     C      -2.013800     -1.251856      -0.952081 65220 
     O      -3.141708     -1.085737      -0.986255 65221 
     H       4.021699     -1.062129       0.029870 65222 
     H       0.251641      0.276481      -1.172655 65223 
     O       0.926897      1.131688       0.558565 65224 
     O       1.788175      1.808042      -0.346556 65225 
     H       2.607768      1.292924      -0.268260 65226 
     H       1.309386     -1.465743       1.103107 65227 
     H       0.518719     -2.084817      -0.375774 65228 
Rotational constants (GHz):    1.3737800    0.6291600    0.5255200 65229 
Vibrational harmonic frequencies (cm-1): 65230 
     i315.3926                   41.6828                   57.9637             65231 
       83.4755                  103.8381                  110.7356             65232 
      119.0159                  160.2846                  171.4829             65233 
      214.0090                  230.4673                  236.7863             65234 
      251.0192                  266.8495                  304.1170             65235 
      338.4150                  385.5011                  428.8415             65236 
      438.1591                  461.3877                  529.4473             65237 
      549.4846                  572.8020                  616.6406             65238 
      866.5642                  897.1690                  961.1449             65239 
      976.7291                 1033.2345                 1057.2134             65240 
     1063.3188                 1098.6533                 1115.5972             65241 
     1141.7245                 1236.8435                 1309.7175             65242 
     1317.1646                 1337.5839                 1376.4885             65243 
     1392.6905                 1410.6542                 1428.0822             65244 
     1437.7311                 1460.8866                 1466.8013             65245 
     1484.9669                 1493.4401                 2079.8305             65246 
     3050.8258                 3074.0771                 3102.1899             65247 
     3124.7629                 3136.0721                 3153.9588             65248 
     3739.6074                 3743.7881                 3843.6270             65249 
Zero-point correction (Hartree): 0.152832 65250 
 65251 
TS.triHPacyl.COelim.pttpmtppmu 65252 
------------------------------ 65253 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16360227  65254 
Electronic state : 2-A 65255 
Cartesian coordinates (Angs): 65256 
     O       1.882944     -1.235796      -1.396995 65257 
     O       1.830280     -1.238761       0.020271 65258 
     C       1.097966     -0.180271       0.475704 65259 
     C      -0.180803      0.091191      -0.286609 65260 
     C      -1.118682      1.026670       0.459667 65261 
     O      -2.274291      1.333457      -0.292345 65262 
     O      -3.168496      0.227100      -0.201074 65263 
     H       1.119297     -1.792007      -1.614673 65264 
     C       1.140861     -0.175190       1.969326 65265 
     H       2.170203     -0.312736       2.294481 65266 
     H       0.525141     -0.981238       2.373767 65267 
     H       0.782203      0.775360       2.362061 65268 
     C       2.253094      1.468197      -0.004750 65269 
     O       1.740921      2.278429      -0.628300 65270 
     H      -3.078198     -0.164668      -1.080370 65271 
     H       0.050132      0.536677      -1.256533 65272 
     O      -0.825989     -1.125678      -0.671547 65273 
     O      -1.253374     -1.814674       0.493980 65274 
     H      -2.146090     -1.450493       0.610069 65275 
     H      -1.411379      0.626423       1.431122 65276 
     H      -0.621883      1.986474       0.608133 65277 
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Rotational constants (GHz):    1.2227700    0.7260800    0.5921900 65278 
Vibrational harmonic frequencies (cm-1): 65279 
     i325.2120                   39.1608                   74.7842             65280 
       96.4693                  112.3364                  134.5480             65281 
      164.2725                  189.5925                  194.7380             65282 
      220.3463                  236.1051                  244.4787             65283 
      268.9952                  304.4495                  320.3438             65284 
      364.6180                  371.6555                  425.5789             65285 
      443.6561                  475.8558                  549.7917             65286 
      564.4323                  596.6585                  665.1342             65287 
      833.3345                  906.3145                  950.9254             65288 
      974.2548                 1006.3373                 1050.6266             65289 
     1056.4506                 1108.6144                 1121.3462             65290 
     1144.3297                 1240.6975                 1309.6919             65291 
     1321.4605                 1331.4799                 1387.3087             65292 
     1406.9911                 1408.9786                 1420.6550             65293 
     1436.3383                 1449.7607                 1473.3874             65294 
     1486.1398                 1494.5258                 2056.1129             65295 
     3059.9431                 3082.0688                 3097.8501             65296 
     3132.6018                 3138.0839                 3156.9768             65297 
     3736.8535                 3763.5142                 3802.8154             65298 
Zero-point correction (Hartree): 0.153559 65299 
 65300 
TS.triHPacyl.COelim.pttpppppmu 65301 
------------------------------ 65302 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16275097  65303 
Electronic state : 2-A 65304 
Cartesian coordinates (Angs): 65305 
     O       1.860702     -1.019175      -1.491430 65306 
     O       1.784359     -1.138880      -0.079843 65307 
     C       0.944730     -0.200563       0.445396 65308 
     C      -0.326533      0.072037      -0.321493 65309 
     C      -1.203463      1.110914       0.361060 65310 
     O      -2.321063      1.457597      -0.431925 65311 
     O      -3.288099      0.416826      -0.324046 65312 
     H       2.726043     -0.596826      -1.588453 65313 
     C       0.955031     -0.324218       1.934682 65314 
     H       1.980919     -0.426352       2.286196 65315 
     H       0.381174     -1.197276       2.249447 65316 
     H       0.520632      0.565041       2.388224 65317 
     C       1.990036      1.582248       0.145357 65318 
     O       3.041295      1.381789      -0.258046 65319 
     H      -3.133069     -0.077736      -1.141027 65320 
     H      -0.077830      0.429047      -1.322013 65321 
     O      -1.041819     -1.128217      -0.610670 65322 
     O      -1.531368     -1.681814       0.602462 65323 
     H      -2.403742     -1.261250       0.666602 65324 
     H      -1.543510      0.779941       1.342824 65325 
     H      -0.641482      2.037899       0.476159 65326 
Rotational constants (GHz):    1.4300000    0.6208300    0.5539800 65327 
Vibrational harmonic frequencies (cm-1): 65328 
     i296.4434                   44.6478                   54.5239             65329 
      102.1948                  121.8277                  134.4059             65330 
      156.3284                  190.3107                  197.1038             65331 
      212.7494                  229.5438                  237.3827             65332 
      263.7489                  283.6369                  301.4505             65333 
      316.7257                  366.9448                  395.3877             65334 
      430.0900                  495.6198                  535.2207             65335 
      569.3709                  597.4404                  675.6488             65336 
      836.2662                  905.2578                  950.0234             65337 
      972.1493                 1001.9582                 1052.6681             65338 
     1055.6773                 1106.8301                 1120.6563             65339 
     1136.5864                 1227.8693                 1307.0634             65340 
     1316.7347                 1329.5603                 1380.1396             65341 
     1409.0510                 1411.6406                 1419.9001             65342 
     1425.7503                 1446.9597                 1478.0590             65343 
     1486.6957                 1493.9495                 2055.1428             65344 
     3063.8680                 3086.9551                 3105.4399             65345 
     3135.8232                 3143.3753                 3153.7083             65346 
     3723.5310                 3791.2925                 3791.6359             65347 
Zero-point correction (Hartree): 0.153172 65348 
 65349 
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TS.triHPacyl.COelim.pttpptppmu 65350 
------------------------------ 65351 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16206488  65352 
Electronic state : 2-A 65353 
Cartesian coordinates (Angs): 65354 
     O       1.800922     -1.515237      -1.399528 65355 
     O       1.799808     -1.332311       0.004361 65356 
     C       1.058836     -0.238485       0.345187 65357 
     C      -0.259604     -0.071444      -0.377202 65358 
     C      -1.063741      1.112349       0.141438 65359 
     O      -2.231318      1.329189      -0.624807 65360 
     O      -3.208926      0.369811      -0.233967 65361 
     H       2.486239     -0.882957      -1.667641 65362 
     C       1.178137      0.006337       1.813906 65363 
     H       2.213604     -0.121735       2.124878 65364 
     H       0.549786     -0.694224       2.366612 65365 
     H       0.868299      1.022821       2.053888 65366 
     C       2.202378      1.275644      -0.494106 65367 
     O       2.088582      2.302635      -0.005840 65368 
     H      -3.128204     -0.287538      -0.939343 65369 
     H      -0.078280      0.066426      -1.444423 65370 
     O      -1.022365     -1.276372      -0.368395 65371 
     O      -1.415698     -1.566794       0.965029 65372 
     H      -2.276545     -1.121858       1.012231 65373 
     H      -1.333582      0.994707       1.191446 65374 
     H      -0.485385      2.030574       0.032191 65375 
Rotational constants (GHz):    1.2221200    0.6994900    0.5689200 65376 
Vibrational harmonic frequencies (cm-1): 65377 
     i296.2682                   49.2550                   68.6921             65378 
       96.6527                  124.4802                  133.3108             65379 
      176.7063                  192.1399                  195.7931             65380 
      206.2557                  223.8870                  251.9110             65381 
      277.2613                  304.0734                  324.4156             65382 
      347.1462                  363.7625                  402.2301             65383 
      435.7678                  483.7784                  532.6989             65384 
      566.4444                  599.4654                  665.6063             65385 
      835.9717                  905.3265                  951.1822             65386 
      972.9001                 1002.1548                 1050.7721             65387 
     1056.6829                 1107.3254                 1121.5325             65388 
     1136.5385                 1236.0720                 1305.1361             65389 
     1317.3311                 1335.4688                 1381.4558             65390 
     1406.9421                 1411.7356                 1421.0997             65391 
     1433.1155                 1443.1254                 1476.6456             65392 
     1487.1655                 1493.1839                 2062.8763             65393 
     3062.4144                 3086.2667                 3101.9292             65394 
     3133.8017                 3140.8440                 3153.0628             65395 
     3746.8293                 3747.4703                 3790.0597             65396 
Zero-point correction (Hartree): 0.153403 65397 
 65398 
TS.triHPacyl.COelim.tmmmmmtmpu 65399 
------------------------------ 65400 
IRC pathway available 65401 
expected 65402 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18781021  65403 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07057440  65404 
     T1 diagnostic:  0.016826  65405 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03109165  65406 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.04919953  65407 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03632101  65408 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05264744  65409 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51187680  65410 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50505950  65411 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16455115  65412 
Electronic state : 2-A 65413 
Cartesian coordinates (Angs): 65414 
     O      -2.936177     -0.115783       0.808863 65415 
     O      -1.553480     -0.143237       1.099836 65416 
     C      -0.827665     -0.632892       0.045267 65417 
     C       0.592507     -0.843350       0.513547 65418 
     C       1.148747      0.305964       1.347762 65419 
     O       1.129756      1.557524       0.696957 65420 
     O       2.090190      1.526192      -0.353038 65421 
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     H      -3.039051      0.775099       0.441353 65422 
     C      -1.446105     -1.673990      -0.827018 65423 
     H      -2.356078     -1.311649      -1.297242 65424 
     H      -1.701862     -2.553651      -0.227886 65425 
     H      -0.730099     -1.962963      -1.591518 65426 
     C      -0.766995      1.049636      -1.266162 65427 
     O      -1.764218      1.605810      -1.202109 65428 
     H       1.525467      1.313115      -1.115351 65429 
     H       0.631796     -1.746814       1.140644 65430 
     O       1.325794     -1.083851      -0.679456 65431 
     O       2.675931     -1.325383      -0.338186 65432 
     H       3.044536     -0.428556      -0.393813 65433 
     H       0.518629      0.444128       2.225518 65434 
     H       2.161355      0.068902       1.674979 65435 
Rotational constants (GHz):    1.3193800    0.7277400    0.6323900 65436 
Vibrational harmonic frequencies (cm-1): 65437 
     i307.0615                   47.5521                   94.7868             65438 
      114.8783                  133.0111                  151.7519             65439 
      154.0193                  167.9314                  191.3573             65440 
      233.7337                  240.3903                  260.4583             65441 
      279.7984                  307.4337                  330.0774             65442 
      342.7844                  391.2724                  419.0890             65443 
      457.0907                  477.9111                  483.0200             65444 
      557.7587                  620.4738                  741.4178             65445 
      836.3618                  881.2056                  948.2096             65446 
      977.5665                 1023.4180                 1040.3149             65447 
     1067.6180                 1088.8905                 1122.4158             65448 
     1175.7372                 1251.7211                 1280.2247             65449 
     1297.0956                 1359.3735                 1380.8193             65450 
     1407.3730                 1410.1745                 1437.0299             65451 
     1441.0553                 1455.2601                 1478.8829             65452 
     1480.9551                 1488.6930                 2053.4374             65453 
     2990.1094                 3043.4486                 3092.3827             65454 
     3140.2389                 3146.7930                 3181.8525             65455 
     3702.0532                 3719.9165                 3767.3152             65456 
Zero-point correction (Hartree): 0.153471 65457 
 65458 
TS.triHPacyl.COelim.tmmmmttmpu 65459 
------------------------------ 65460 
IRC pathway available 65461 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -721.18793480  65462 
E(CCSD/Aug-CC-pVTZ) (Hartree): -721.07069944  65463 
     T1 diagnostic:  0.016802  65464 
E(MP2/Aug-CC-pVTZ) (Hartree): -721.03123845  65465 
E(MP3/Aug-CC-pVTZ) (Hartree): -721.04944689  65466 
E(PMP2/Aug-CC-pVTZ) (Hartree): -721.03660155  65467 
E(PMP3/Aug-CC-pVTZ) (Hartree): -721.05295793  65468 
E(PUHF/Aug-CC-pVTZ) (Hartree): -718.51223768  65469 
E(UHF/Aug-CC-pVTZ) (Hartree): -718.50522630  65470 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16454369  65471 
Electronic state : 2-A 65472 
Cartesian coordinates (Angs): 65473 
     O      -3.066680     -0.422407      -0.657359 65474 
     O      -1.799660      0.027336      -1.094400 65475 
     C      -1.058009      0.483795      -0.037648 65476 
     C       0.304109      0.874343      -0.564571 65477 
     C       0.946543     -0.171380      -1.469104 65478 
     O       1.179858     -1.410174      -0.832705 65479 
     O       2.294131     -1.259713       0.040683 65480 
     H      -2.831951     -1.273186      -0.251554 65481 
     C      -1.714537      1.392506       0.950381 65482 
     H      -2.625561      0.950356       1.343233 65483 
     H      -1.973917      2.337223       0.461540 65484 
     H      -1.025612      1.601520       1.764722 65485 
     C      -0.870317     -1.283109       1.103704 65486 
     O      -0.051136     -1.293333       1.900072 65487 
     H       1.858132     -1.223754       0.906607 65488 
     H       0.202243      1.799631      -1.152130 65489 
     O       1.074769      1.151052       0.594567 65490 
     O       2.338369      1.633973       0.182166 65491 
     H       2.848876      0.809087       0.137518 65492 
     H       0.265538     -0.404449      -2.286397 65493 
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     H       1.878313      0.212768      -1.884301 65494 
Rotational constants (GHz):    1.2808700    0.7302000    0.6809000 65495 
Vibrational harmonic frequencies (cm-1): 65496 
     i304.1293                   59.4387                  102.8584             65497 
      127.5937                  131.8745                  142.4957             65498 
      155.0896                  173.1661                  183.4588             65499 
      228.6422                  232.9561                  256.3800             65500 
      284.5336                  316.0525                  332.6133             65501 
      352.6227                  398.5562                  402.6151             65502 
      435.3909                  459.1864                  488.1645             65503 
      552.6637                  617.4410                  736.0593             65504 
      837.1017                  882.1610                  947.2488             65505 
      980.2356                 1023.7606                 1035.7637             65506 
     1062.7776                 1088.8675                 1121.0850             65507 
     1174.5381                 1247.7213                 1282.5235             65508 
     1294.3293                 1361.2487                 1376.4575             65509 
     1406.3120                 1407.0858                 1436.8994             65510 
     1444.1136                 1454.5812                 1477.3239             65511 
     1479.5278                 1488.5252                 2062.1685             65512 
     2988.6866                 3041.9594                 3094.8035             65513 
     3141.1016                 3150.4615                 3183.3960             65514 
     3723.8551                 3728.9012                 3753.0020             65515 
Zero-point correction (Hartree): 0.153431 65516 
 65517 
TS.triHPacyl.COelim.tmtmmmtmpu 65518 
------------------------------ 65519 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16054767  65520 
Electronic state : 2-A 65521 
Cartesian coordinates (Angs): 65522 
     O      -2.852218     -0.830983      -1.042736 65523 
     O      -1.451186     -0.879609      -0.848670 65524 
     C      -0.974034      0.329051      -0.411787 65525 
     C       0.529299      0.224916      -0.323954 65526 
     C       0.996486     -1.092773       0.286458 65527 
     O       2.386691     -1.085699       0.544955 65528 
     O       3.061207     -1.083583      -0.704441 65529 
     H      -3.171651     -1.176483      -0.195821 65530 
     C      -1.564460      1.579197      -0.970913 65531 
     H      -2.629000      1.643659      -0.763524 65532 
     H      -1.426472      1.601595      -2.056404 65533 
     H      -1.056938      2.431870      -0.528033 65534 
     C      -1.641804      0.375650       1.612134 
     O      -2.397992     -0.463987       1.791797 0 
     H       3.168501     -0.134276      -0.871016 1 
     H       0.944602      0.342015      -1.332921 2 
     O       0.949879      1.334323       0.457527 3 
     O       2.311049      1.605557       0.149663 4 
     H       2.757506      1.187890       0.900177 5 
     H       0.542657     -1.228032       1.269650 6 
     H       0.738427     -1.932632      -0.358486 7 
Rotational constants (GHz):    1.4232100    0.5757200    0.5451300 8 
Vibrational harmonic frequencies (cm-1): 9 
     i304.3775                   33.8982                   48.8859             10 
       94.2813                  130.3864                  138.9066             11 
      155.6981                  163.3267                  170.3909             12 
      194.6413                  213.0057                  242.9094             13 
      258.3828                  313.9737                  338.4805             14 
      355.3746                  383.3002                  410.4186             15 
      424.9268                  438.0716                  493.0777             16 
      524.8788                  557.2982                  669.7979             17 
      889.0823                  899.0738                  956.4628             18 
      992.2061                 1025.5077                 1052.0564             19 
     1056.7523                 1102.3090                 1141.1687             20 
     1155.6348                 1261.3153                 1275.6080             21 
     1305.6774                 1339.2388                 1364.8155             22 
     1407.5951                 1417.6324                 1426.6301             23 
     1431.2847                 1443.0554                 1469.5672             24 
     1478.2496                 1487.5657                 2047.6627             25 
     3021.4843                 3045.7762                 3081.4603             26 
     3140.0991                 3142.4438                 3182.3380             27 
     3747.4035                 3773.4007                 3784.1327             28 
Zero-point correction (Hartree): 0.152863 29 
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 30 
TS.triHPacyl.COelim.tmtmmtpppu 31 
------------------------------ 32 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16107728  33 
Electronic state : 2-A 34 
Cartesian coordinates (Angs): 35 
     O       2.700676     -1.587413      -0.276173 36 
     O       1.302245     -1.550122      -0.039514 37 
     C       0.930849     -0.312172       0.429896 38 
     C      -0.576893     -0.337787       0.521611 39 
     C      -1.252289     -0.768386      -0.787135 40 
     O      -2.563208     -0.247354      -0.868722 41 
     O      -3.321027     -0.800719       0.197467 42 
     H       2.730151     -1.478805      -1.236996 43 
     C       1.692484      0.267158       1.574370 44 
     H       2.758326      0.271754       1.365750 45 
     H       1.509997     -0.323733       2.477344 46 
     H       1.356101      1.286699       1.748950 47 
     C       1.499427      0.910469      -1.165837 48 
     O       2.120706      1.824411      -0.887450 49 
     H      -3.216400     -0.124070       0.882424 50 
     H      -0.856556     -1.033188       1.322485 51 
     O      -1.107189      0.884083       0.998125 52 
     O      -0.921383      1.884813       0.006456 53 
     H      -1.728568      1.782712      -0.521385 54 
     H      -0.737360     -0.343775      -1.647863 55 
     H      -1.263730     -1.854882      -0.869646 56 
Rotational constants (GHz):    1.3838400    0.6471500    0.5580200 57 
Vibrational harmonic frequencies (cm-1): 58 
     i329.2815                   48.4236                   72.9157             59 
       86.2380                  112.7586                  132.3686             60 
      155.8168                  175.8939                  180.9969             61 
      193.4202                  208.6773                  264.5064             62 
      267.5163                  294.6016                  318.4892             63 
      348.5166                  390.9154                  405.2812             64 
      417.9673                  469.3534                  479.6567             65 
      495.0883                  636.9504                  724.8517             66 
      829.8259                  914.1507                  957.4500             67 
      982.7809                  997.2790                 1030.2690             68 
     1044.8662                 1099.7258                 1130.9245             69 
     1169.5687                 1245.2332                 1267.0474             70 
     1293.4187                 1330.0802                 1373.8949             71 
     1399.4427                 1405.6065                 1413.1607             72 
     1420.7442                 1431.4153                 1477.1758             73 
     1482.5607                 1490.4373                 2085.3243             74 
     3033.7639                 3044.2995                 3093.7554             75 
     3141.0797                 3152.4546                 3182.6671             76 
     3752.5599                 3769.6038                 3795.2042             77 
Zero-point correction (Hartree): 0.152908 78 
 79 
TS.triHPacyl.COelim.tmtmmttmpu 80 
------------------------------ 81 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16097771  82 
Electronic state : 2-A 83 
Cartesian coordinates (Angs): 84 
     O       2.759537     -1.614671       0.057658 85 
     O       1.350842     -1.491496       0.178448 86 
     C       1.018352     -0.187090       0.437336 87 
     C      -0.484048     -0.057720       0.383574 88 
     C      -1.111038     -0.917423      -0.708332 89 
     O      -2.477187     -0.604776      -0.899058 90 
     O      -3.186563     -1.031891       0.254695 91 
     H       2.861864     -1.623101      -0.904563 92 
     C       1.747598      0.521868       1.529804 93 
     H       2.819241      0.519003       1.352212 94 
     H       1.550182      0.023799       2.483871 95 
     H       1.395755      1.549239       1.584818 96 
     C       1.670221      0.786982      -1.288388 97 
     O       2.141385      1.811678      -1.125529 98 
     H      -3.165702     -0.235957       0.808142 99 
     H      -0.902749     -0.315668       1.363905 100 
     O      -0.724094      1.326696       0.154831 101 
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     O      -2.044657      1.635762       0.578972 102 
     H      -2.519253      1.621860      -0.264738 103 
     H      -0.642350     -0.692121      -1.667090 104 
     H      -0.997591     -1.977149      -0.480655 105 
Rotational constants (GHz):    1.3550600    0.6200300    0.5278300 106 
Vibrational harmonic frequencies (cm-1): 107 
     i325.9080                   42.5481                   53.1275             108 
       87.5855                  112.5042                  132.1490             109 
      148.4530                  159.2580                  169.8078             110 
      192.9258                  197.2391                  248.0641             111 
      262.6971                  287.9111                  317.2934             112 
      344.3107                  383.0716                  406.2703             113 
      409.6412                  444.1709                  491.8338             114 
      524.2147                  558.5558                  662.4060             115 
      888.5948                  897.3281                  954.9028             116 
      991.9419                 1017.5014                 1038.7985             117 
     1055.8507                 1099.9313                 1136.7084             118 
     1152.9023                 1254.6483                 1273.8599             119 
     1301.3914                 1337.6864                 1362.1626             120 
     1403.2854                 1412.7539                 1417.5651             121 
     1426.1371                 1442.1834                 1471.7821             122 
     1477.0601                 1485.9302                 2086.0822             123 
     3027.4261                 3046.7529                 3086.5859             124 
     3143.0978                 3145.7162                 3182.2738             125 
     3737.3075                 3783.5533                 3790.8134             126 
Zero-point correction (Hartree): 0.152561 127 
 128 
TS.triHPacyl.COelim.tmtpmmppmu 129 
------------------------------ 130 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16130904  131 
Electronic state : 2-A 132 
Cartesian coordinates (Angs): 133 
     O      -3.052520     -0.373181      -0.883783 134 
     O      -1.655895     -0.476897      -1.087092 135 
     C      -0.964416      0.414937      -0.301936 136 
     C       0.497613      0.240068      -0.669796 137 
     C       1.081981     -1.081230      -0.185549 138 
     O       2.393281     -1.291998      -0.665379 139 
     O       3.281796     -0.496130       0.114587 140 
     H      -3.202804     -1.081872      -0.241170 141 
     C      -1.494719      1.798302      -0.141561 142 
     H      -2.536686      1.778383       0.164104 143 
     H      -1.416794      2.341759      -1.088065 144 
     H      -0.902830      2.316818       0.608056 145 
     C      -1.278073     -0.396739       1.640988 146 
     O      -1.943980     -1.326404       1.588622 147 
     H       3.456176      0.243031      -0.484200 148 
     H       0.570133      0.261561      -1.764107 149 
     O       1.284152      1.353804      -0.295620 150 
     O       1.353502      1.420080       1.121370 151 
     H       2.130253      0.866620       1.303114 152 
     H       1.072515     -1.150096       0.902744 153 
     H       0.493032     -1.902430      -0.594989 154 
Rotational constants (GHz):    1.4331700    0.6063400    0.5676400 155 
Vibrational harmonic frequencies (cm-1): 156 
     i308.3546                   34.6653                   53.9452             157 
       93.8437                  134.1362                  159.6601             158 
      169.0794                  177.4700                  189.0197             159 
      208.9348                  221.7344                  249.9220             160 
      279.5244                  310.3224                  325.0137             161 
      341.8887                  361.6853                  379.5228             162 
      417.5528                  489.8643                  508.8030             163 
      537.3936                  628.3726                  677.5918             164 
      866.1110                  902.4229                  947.5171             165 
      978.1336                 1001.1342                 1043.1780             166 
     1050.0950                 1117.4134                 1129.4459             167 
     1159.8567                 1230.4554                 1280.3859             168 
     1308.8385                 1313.9342                 1381.4820             169 
     1404.3538                 1408.4693                 1414.0284             170 
     1430.3878                 1445.1481                 1477.3305             171 
     1481.0602                 1487.1807                 2043.8044             172 
     3038.6041                 3047.6973                 3087.0272             173 
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     3141.8866                 3145.8388                 3186.8432             174 
     3731.9909                 3780.1030                 3796.6398             175 
Zero-point correction (Hartree): 0.153113 176 
 177 
TS.triHPacyl.COelim.tmtpmtppmu 178 
------------------------------ 179 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16231965  180 
Electronic state : 2-A 181 
Cartesian coordinates (Angs): 182 
     O       2.886546     -1.351558      -0.182825 183 
     O       1.512757     -1.466181       0.152312 184 
     C       0.985053     -0.228257       0.437995 185 
     C      -0.502043     -0.434370       0.630738 186 
     C      -1.204693     -0.972780      -0.610663 187 
     O      -2.572042     -1.234626      -0.369609 188 
     O      -3.273725      0.006001      -0.399737 189 
     H       2.848958     -1.406955      -1.147854 190 
     C       1.705419      0.634471       1.419041 191 
     H       2.759550      0.700263       1.165945 192 
     H       1.604523      0.214648       2.424543 193 
     H       1.270010      1.630926       1.413389 194 
     C       1.300180      0.776314      -1.372092 195 
     O       1.812513      1.790582      -1.287722 196 
     H      -3.423066      0.164826       0.542357 197 
     H      -0.648018     -1.155012       1.445851 198 
     O      -1.124023      0.728102       1.144702 199 
     O      -1.040420      1.756253       0.167806 200 
     H      -1.856005      1.607207      -0.337714 201 
     H      -1.097853     -0.299063      -1.460126 202 
     H      -0.774452     -1.937703      -0.875917 203 
Rotational constants (GHz):    1.3872700    0.6399600    0.5622800 204 
Vibrational harmonic frequencies (cm-1): 205 
     i323.9136                   47.7969                   63.5103             206 
       86.5245                  119.0055                  137.0523             207 
      166.5569                  182.0265                  187.4621             208 
      200.7877                  206.1151                  219.5246             209 
      260.0128                  283.4786                  317.6002             210 
      328.7029                  378.1706                  400.9961             211 
      416.8293                  467.3238                  501.6113             212 
      542.8376                  625.7951                  671.6367             213 
      862.6209                  904.8110                  947.4102             214 
      977.0968                 1000.0457                 1031.3446             215 
     1047.7028                 1115.7837                 1126.5806             216 
     1157.1360                 1234.0743                 1268.0100             217 
     1300.3954                 1313.7079                 1374.4055             218 
     1401.4505                 1406.1250                 1412.7869             219 
     1413.2893                 1441.5056                 1476.4947             220 
     1477.8703                 1481.6717                 2085.7283             221 
     3027.9286                 3045.5039                 3098.6064             222 
     3142.4579                 3152.5702                 3184.6629             223 
     3741.4474                 3793.6844                 3798.2858             224 
Zero-point correction (Hartree): 0.152762 225 
 226 
TS.triHPacyl.COelim.tmtpmtpppu 227 
------------------------------ 228 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16042610  229 
Electronic state : 2-A 230 
Cartesian coordinates (Angs): 231 
     O       2.880017     -1.351620      -0.283802 232 
     O       1.519515     -1.467093       0.102107 233 
     C       1.007638     -0.233827       0.433334 234 
     C      -0.472182     -0.433214       0.687747 235 
     C      -1.209494     -0.992313      -0.525288 236 
     O      -2.579583     -1.212255      -0.251916 237 
     O      -3.261213      0.033555      -0.379643 238 
     H       2.802191     -1.353812      -1.248062 239 
     C       1.772554      0.612846       1.394027 240 
     H       2.812859      0.690768       1.092038 241 
     H       1.722353      0.172790       2.394723 242 
     H       1.330201      1.605598       1.429686 243 
     C       1.248073      0.803413      -1.374268 244 
     O       1.757114      1.819683      -1.291532 245 
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     H      -3.849013     -0.151837      -1.122002 246 
     H      -0.587791     -1.145235       1.514918 247 
     O      -1.066949      0.730528       1.212805 248 
     O      -1.055728      1.737921       0.210768 249 
     H      -1.951272      1.636496      -0.147082 250 
     H      -1.098437     -0.345904      -1.394700 251 
     H      -0.806012     -1.976048      -0.763133 252 
Rotational constants (GHz):    1.3792000    0.6385700    0.5618200 253 
Vibrational harmonic frequencies (cm-1): 254 
     i321.0993                   52.4799                   69.6791             255 
       80.5167                  121.9494                  131.8505             256 
      164.4037                  180.9725                  190.7462             257 
      205.2894                  209.8499                  255.2295             258 
      275.3639                  283.7350                  293.5101             259 
      323.0687                  328.9215                  389.5321             260 
      406.3998                  459.5406                  492.7287             261 
      507.8412                  625.1391                  668.0538             262 
      857.7156                  904.1311                  948.6995             263 
      977.6506                 1000.3066                 1030.8223             264 
     1046.2668                 1110.7469                 1127.4506             265 
     1167.2700                 1234.4557                 1268.1037             266 
     1304.9234                 1314.7227                 1376.5930             267 
     1391.7368                 1407.2614                 1412.7419             268 
     1416.8312                 1443.5883                 1472.7261             269 
     1476.1438                 1483.1065                 2084.3075             270 
     3030.3839                 3045.1783                 3097.4054             271 
     3142.2602                 3152.1829                 3184.3147             272 
     3770.1272                 3793.4367                 3824.2819             273 
Zero-point correction (Hartree): 0.152671 274 
 275 
TS.triHPacyl.COelim.tmtpmttmpu 276 
------------------------------ 277 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.15927096  278 
Electronic state : 2-A 279 
Cartesian coordinates (Angs): 280 
     O      -2.934788     -1.376475      -0.032079 281 
     O      -1.554474     -1.373717      -0.361238 282 
     C      -1.092214     -0.084584      -0.441763 283 
     C       0.409246     -0.111922      -0.607192 284 
     C       1.058167     -1.217354       0.218668 285 
     O       2.457295     -1.300564       0.017808 286 
     O       3.071578     -0.267916       0.788314 287 
     H      -2.895500     -1.478450       0.929772 288 
     C      -1.868807      0.892198      -1.259689 289 
     H      -2.897669      0.961883      -0.918060 290 
     H      -1.869470      0.572236      -2.306182 291 
     H      -1.396818      1.868791      -1.187152 292 
     C      -1.371453      0.603241       1.517165 293 
     O      -1.679069      1.695939       1.613313 294 
     H       3.737040     -0.767271       1.275370 295 
     H       0.663488     -0.250606      -1.664962 296 
     O       0.847976      1.182014      -0.223578 297 
     O       1.993170      1.526656      -0.982503 298 
     H       2.709415      1.188160      -0.421888 299 
     H       0.839545     -1.084412       1.279373 300 
     H       0.686821     -2.187298      -0.109709 301 
Rotational constants (GHz):    1.3307500    0.6149300    0.5458300 302 
Vibrational harmonic frequencies (cm-1): 303 
     i322.2244                   42.0478                   53.9362             304 
       65.3336                  112.6932                  128.3991             305 
      140.4766                  157.7566                  164.5148             306 
      176.4208                  189.8377                  232.7180             307 
      247.5902                  291.8743                  299.4322             308 
      315.8329                  365.2326                  380.0153             309 
      392.1946                  449.8136                  476.0709             310 
      521.2281                  541.5055                  655.3845             311 
      876.2782                  905.1846                  962.2038             312 
      980.0095                 1018.6061                 1044.8014             313 
     1056.4107                 1103.4182                 1121.5622             314 
     1156.6747                 1244.0603                 1269.2401             315 
     1308.6065                 1324.9297                 1364.2939             316 
     1388.6596                 1403.3951                 1413.8729             317 



928 
 

     1425.7439                 1460.3722                 1470.5166             318 
     1479.2549                 1484.0946                 2088.4810             319 
     3029.1001                 3045.9817                 3083.3625             320 
     3143.4162                 3147.3090                 3183.4064             321 
     3733.7211                 3785.1112                 3841.4161             322 
Zero-point correction (Hartree): 0.152054 323 
 324 
TS.triHPacyl.COelim.tmtppmppmu 325 
------------------------------ 326 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16106227  327 
Electronic state : 2-A 328 
Cartesian coordinates (Angs): 329 
     O       2.851172     -1.302458      -0.305562 330 
     O       1.510718     -1.453947       0.149958 331 
     C       0.973208     -0.217164       0.424426 332 
     C      -0.511685     -0.434453       0.617328 333 
     C      -1.215032     -0.956460      -0.630696 334 
     O      -2.579602     -1.230742      -0.384563 335 
     O      -3.287943      0.006619      -0.397457 336 
     H       3.338389     -1.785941       0.373339 337 
     C       1.689817      0.651211       1.404754 338 
     H       2.731632      0.768526       1.118431 339 
     H       1.634195      0.210891       2.405662 340 
     H       1.221085      1.631801       1.432721 341 
     C       1.245668      0.801984      -1.374372 342 
     O       1.931865      1.709785      -1.316554 343 
     H      -3.425652      0.158998       0.547414 344 
     H      -0.656127     -1.168160       1.421274 345 
     O      -1.138974      0.716520       1.152702 346 
     O      -1.059563      1.764641       0.196890 347 
     H      -1.862808      1.609545      -0.326678 348 
     H      -1.116754     -0.267619      -1.467936 349 
     H      -0.777200     -1.912100      -0.916175 350 
Rotational constants (GHz):    1.4057100    0.6327300    0.5608500 351 
Vibrational harmonic frequencies (cm-1): 352 
     i340.6932                   59.4463                   78.0422             353 
       88.5540                  114.4190                  136.4718             354 
      163.8908                  179.5373                  192.7444             355 
      203.8260                  211.9779                  226.5977             356 
      255.9521                  286.6763                  321.2172             357 
      326.0072                  375.8486                  400.1063             358 
      415.9480                  466.2477                  501.4052             359 
      546.1301                  624.9710                  671.4957             360 
      861.6904                  904.3706                  946.4372             361 
      977.4609                  998.8790                 1023.1021             362 
     1045.3733                 1113.5641                 1126.4939             363 
     1155.4844                 1231.3380                 1261.7068             364 
     1294.4035                 1311.8391                 1375.6255             365 
     1398.9905                 1401.4676                 1411.4136             366 
     1416.5772                 1441.0516                 1476.3013             367 
     1479.5175                 1484.6193                 2086.6771             368 
     3024.6751                 3038.7043                 3104.5566             369 
     3140.8483                 3157.4621                 3179.3277             370 
     3739.4648                 3798.6945                 3822.2002             371 
Zero-point correction (Hartree): 0.152815 372 
 373 
TS.triHPacyl.COelim.tpmmmmtmpu 374 
------------------------------ 375 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16242643  376 
Electronic state : 2-A 377 
Cartesian coordinates (Angs): 378 
     O       1.920858     -1.368266      -1.158165 379 
     O       0.742941     -0.656647      -0.829899 380 
     C       0.756893     -0.267315       0.486134 381 
     C      -0.516431      0.463739       0.809159 382 
     C      -1.706247     -0.475564       1.015495 383 
     O      -1.897061     -1.413567      -0.017602 384 
     O      -2.239891     -0.699737      -1.199502 385 
     H       2.474493     -0.657449      -1.515199 386 
     C       1.302549     -1.214484       1.500719 387 
     H       2.348272     -1.441444       1.310628 388 
     H       0.743756     -2.154931       1.478436 389 
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     H       1.213731     -0.767597       2.489611 390 
     C       2.171334      1.326513       0.502160 391 
     O       2.782264      1.333718      -0.462966 392 
     H      -1.374038     -0.617216      -1.629242 393 
     H      -0.362436      1.008170       1.748182 394 
     O      -0.687976      1.392409      -0.253256 395 
     O      -1.928819      2.051524      -0.102115 396 
     H      -2.499832      1.498979      -0.659141 397 
     H      -1.516348     -1.085627       1.900005 398 
     H      -2.614708      0.104300       1.182752 399 
Rotational constants (GHz):    1.2716600    0.7361300    0.6231000 400 
Vibrational harmonic frequencies (cm-1): 401 
     i282.0345                   47.5660                   73.8634             402 
       82.2584                  109.4208                  134.1671             403 
      146.0409                  169.9160                  195.6488             404 
      208.7635                  229.0842                  240.4035             405 
      272.6628                  316.5924                  322.5356             406 
      371.1530                  384.9044                  409.4802             407 
      463.5265                  470.3212                  493.2780             408 
      533.2218                  608.5990                  775.9381             409 
      817.4600                  868.0455                  956.1618             410 
      973.7508                 1024.5920                 1036.6191             411 
     1061.1805                 1073.7880                 1125.5120             412 
     1171.4336                 1233.5583                 1287.0338             413 
     1303.0815                 1347.0014                 1381.7650             414 
     1404.5591                 1415.9106                 1429.9969             415 
     1436.2885                 1444.8664                 1468.4647             416 
     1479.0499                 1497.0537                 2065.0029             417 
     3038.8798                 3046.2321                 3083.5855             418 
     3129.6188                 3130.8486                 3166.4587             419 
     3735.9534                 3754.3163                 3770.1723             420 
Zero-point correction (Hartree): 0.153133 421 
 422 
TS.triHPacyl.COelim.tpmmmtmppu 423 
------------------------------ 424 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16221972  425 
Electronic state : 2-A 426 
Cartesian coordinates (Angs): 427 
     O       0.884149     -1.936036      -1.452301 428 
     O       0.134920     -0.805896      -1.048422 429 
     C       0.447215     -0.457964       0.243031 430 
     C      -0.298298      0.801587       0.615762 431 
     C      -1.684917      0.498298       1.199147 432 
     O      -2.345534     -0.575290       0.574905 433 
     O      -2.777335     -0.153468      -0.708490 434 
     H       1.768400     -1.547362      -1.559553 435 
     C       0.558739     -1.532979       1.273528 436 
     H       1.318648     -2.264272       1.010594 437 
     H      -0.399069     -2.049757       1.374977 438 
     H       0.824460     -1.080793       2.229125 439 
     C       2.476510      0.065999       0.052648 440 
     O       2.909061      0.581680       0.972309 441 
     H      -2.027040     -0.406057      -1.267378 442 
     H       0.290003      1.333521       1.373282 443 
     O      -0.518545      1.651554      -0.492061 444 
     O       0.744029      2.072967      -0.983918 445 
     H       0.851424      1.500768      -1.756675 446 
     H      -1.572845      0.178248       2.235350 447 
     H      -2.295421      1.401965       1.159412 448 
Rotational constants (GHz):    1.2073300    0.7537000    0.6643700 449 
Vibrational harmonic frequencies (cm-1): 450 
     i290.1855                   65.4310                   85.6503             451 
       99.0926                  123.7012                  128.6839             452 
      155.1129                  160.0471                  200.2044             453 
      217.4231                  236.2950                  243.5560             454 
      266.8307                  295.8462                  327.7972             455 
      347.9551                  368.9893                  388.4957             456 
      402.0629                  432.7583                  475.0013             457 
      491.2905                  605.9997                  755.0606             458 
      812.6504                  879.6568                  956.6865             459 
      982.2081                 1017.5824                 1052.1455             460 
     1054.7464                 1067.6717                 1140.9141             461 
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     1172.1911                 1242.8244                 1283.5070             462 
     1304.4009                 1331.2043                 1378.1361             463 
     1404.2170                 1407.6234                 1414.8327             464 
     1442.6262                 1448.9871                 1461.0229             465 
     1475.1934                 1497.4834                 2088.4209             466 
     3035.1394                 3055.1227                 3079.5844             467 
     3128.7700                 3136.4091                 3161.0609             468 
     3722.1361                 3765.4491                 3788.4965             469 
Zero-point correction (Hartree): 0.152779 470 
 471 
TS.triHPacyl.COelim.tpmmmttmpu 472 
------------------------------ 473 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16261646  474 
Electronic state : 2-A 475 
Cartesian coordinates (Angs): 476 
     O       1.654588     -1.842557      -1.202751 477 
     O       0.523972     -1.086094      -0.813762 478 
     C       0.817280     -0.328736       0.289640 479 
     C      -0.307461      0.628562       0.572303 480 
     C      -1.508885     -0.049807       1.234633 481 
     O      -1.958354     -1.210254       0.576262 482 
     O      -2.452393     -0.825704      -0.701351 483 
     H       2.190844     -1.161073      -1.640041 484 
     C       1.482377     -0.999435       1.445712 485 
     H       2.433349     -1.436541       1.152023 486 
     H       0.845877     -1.803589       1.827405 487 
     H       1.654913     -0.273949       2.239652 488 
     C       2.330648      0.944849      -0.430310 489 
     O       2.519993      1.845962       0.241138 490 
     H      -1.679919     -0.996999      -1.262909 491 
     H       0.060468      1.390856       1.270612 492 
     O      -0.599664      1.235063      -0.679591 493 
     O      -1.740442      2.058121      -0.546632 494 
     H      -2.441336      1.445663      -0.821446 495 
     H      -1.207648     -0.400567       2.222844 496 
     H      -2.321907      0.667313       1.353494 497 
Rotational constants (GHz):    1.1798400    0.7732400    0.6201300 498 
Vibrational harmonic frequencies (cm-1): 499 
     i290.1968                   52.2179                   70.4773             500 
       85.5228                   96.0711                  103.7340             501 
      132.3220                  182.4136                  192.2575             502 
      211.5064                  222.8492                  240.8922             503 
      283.7769                  316.2356                  332.3330             504 
      369.5648                  381.5354                  421.7919             505 
      468.9942                  483.0964                  484.7038             506 
      531.7290                  607.2046                  770.8457             507 
      816.9284                  870.3879                  958.7640             508 
      973.9420                 1025.5228                 1035.5245             509 
     1060.5448                 1067.4313                 1125.5483             510 
     1170.3831                 1228.9883                 1288.5411             511 
     1308.8752                 1346.3240                 1380.3676             512 
     1404.2181                 1413.9680                 1434.2222             513 
     1441.5282                 1446.8685                 1470.3964             514 
     1479.9109                 1497.6761                 2088.3610             515 
     3028.0283                 3044.1361                 3084.0623             516 
     3126.2459                 3131.0607                 3164.9289             517 
     3730.3113                 3733.6823                 3749.4009             518 
Zero-point correction (Hartree): 0.153023 519 
 520 
TS.triHPacyl.COelim.tpppmmpmpu 521 
------------------------------ 522 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16059047  523 
Electronic state : 2-A 524 
Cartesian coordinates (Angs): 525 
     O       2.114777     -0.981783      -1.489367 526 
     O       1.131466     -0.050283      -1.074183 527 
     C       0.433677     -0.517036       0.015356 528 
     C      -0.595594      0.499512       0.435306 529 
     C      -1.799505      0.600814      -0.506866 530 
     O      -2.538221     -0.602356      -0.532842 531 
     O      -3.062128     -0.818960       0.773602 532 
     H       2.880011     -0.697546      -0.966965 533 
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     C       0.101801     -1.969803       0.078595 534 
     H       0.998533     -2.581140       0.152037 535 
     H      -0.450501     -2.271378      -0.814186 536 
     H      -0.528719     -2.148970       0.947345 537 
     C       1.851222     -0.284394       1.595187 538 
     O       2.883102     -0.045851       1.162984 539 
     H      -4.007204     -0.694366       0.624518 540 
     H      -0.953870      0.191194       1.418648 541 
     O      -0.031115      1.778163       0.669998 542 
     O       0.132809      2.462541      -0.565789 543 
     H       0.975269      2.111274      -0.887067 544 
     H      -2.423978      1.441390      -0.196478 545 
     H      -1.484663      0.743208      -1.538546 546 
Rotational constants (GHz):    1.2375900    0.6766600    0.5854300 547 
Vibrational harmonic frequencies (cm-1): 548 
     i289.1300                   31.1150                   55.4172             549 
       76.0832                  144.6762                  152.4570             550 
      159.9571                  163.3970                  182.8986             551 
      194.0002                  208.3804                  222.4632             552 
      231.0971                  250.9281                  310.0335             553 
      332.6412                  365.3453                  382.0922             554 
      395.3705                  400.1055                  497.6481             555 
      531.8268                  586.4142                  706.1058             556 
      802.2920                  930.9017                  945.7558             557 
      975.6990                 1021.6541                 1051.0612             558 
     1065.0479                 1099.5493                 1117.0585             559 
     1146.5447                 1237.2433                 1275.8532             560 
     1292.0593                 1322.1287                 1381.1035             561 
     1400.6915                 1414.0665                 1419.4291             562 
     1432.7339                 1434.1178                 1468.0174             563 
     1479.3550                 1489.2582                 2052.4169             564 
     3061.1462                 3071.3218                 3110.6898             565 
     3133.1332                 3156.1852                 3162.8113             566 
     3768.2022                 3785.0230                 3827.2096             567 
Zero-point correction (Hartree): 0.152433 568 
 569 
TS.triHPacyl.COelim.tpppmtpmpu 570 
------------------------------ 571 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16107826  572 
Electronic state : 2-A 573 
Cartesian coordinates (Angs): 574 
     O       2.378042     -0.226882      -1.683459 575 
     O       1.251275      0.439326      -1.141979 576 
     C       0.566631     -0.393406      -0.289872 577 
     C      -0.490747      0.378341       0.455597 578 
     C      -1.731576      0.715704      -0.380326 579 
     O      -2.433775     -0.448497      -0.760058 580 
     O      -2.902616     -1.079803       0.427065 581 
     H       2.955980     -0.279839      -0.903568 582 
     C       0.277629     -1.786286      -0.742619 583 
     H       1.194681     -2.346998      -0.911075 584 
     H      -0.291722     -1.767332      -1.674935 585 
     H      -0.324198     -2.290879       0.011522 586 
     C       2.010401     -0.705914       1.207279 587 
     O       1.586714     -1.106472       2.186526 588 
     H      -3.855914     -0.952819       0.348879 589 
     H      -0.808551     -0.246077       1.293506 590 
     O       0.030516      1.539952       1.075577 591 
     O       0.116909      2.590901       0.121201 592 
     H       0.947802      2.388294      -0.332513 593 
     H      -2.368615      1.392727       0.192972 594 
     H      -1.460009      1.184086      -1.324130 595 
Rotational constants (GHz):    1.0534300    0.6987300    0.6468400 596 
Vibrational harmonic frequencies (cm-1): 597 
     i291.9948                   36.6060                   62.2389             598 
       82.1090                  113.6778                  127.9161             599 
      161.5389                  165.4129                  178.1451             600 
      198.6511                  207.0145                  222.9921             601 
      229.4731                  295.9636                  309.5166             602 
      332.9124                  371.0335                  395.7371             603 
      400.1600                  428.8551                  492.8915             604 
      535.2402                  582.5791                  706.2309             605 
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      800.3483                  934.2721                  946.3743             606 
      976.4715                 1021.2652                 1047.5782             607 
     1059.1818                 1098.4468                 1117.8429             608 
     1145.8018                 1234.8695                 1275.1968             609 
     1297.7744                 1323.2581                 1380.8169             610 
     1399.5927                 1411.4832                 1418.1315             611 
     1434.5583                 1445.1584                 1467.3509             612 
     1479.7173                 1486.8017                 2087.1481             613 
     3056.5444                 3072.7416                 3096.0738             614 
     3128.4966                 3155.8989                 3159.5192             615 
     3713.9716                 3778.2544                 3827.0906             616 
Zero-point correction (Hartree): 0.152443 617 
 618 
TS.triHPacyl.COelim.ttppmmpmmu 619 
------------------------------ 620 
E(UM062X/Aug-CC-pVTZ) (Hartree): -722.16195622  621 
Electronic state : 2-A 622 
Cartesian coordinates (Angs): 623 
     O      -2.877454      0.087511       0.115228 624 
     O      -1.674968      0.447105      -0.538319 625 
     C      -0.567205      0.042591       0.162274 626 
     C       0.644400      0.595489      -0.563682 627 
     C       1.936531      0.502816       0.242595 628 
     O       2.223784     -0.801370       0.690492 629 
     O       2.525836     -1.591677      -0.450254 630 
     H      -3.076372     -0.766122      -0.297499 631 
     C      -0.647263     -0.002375       1.652799 632 
     H      -1.491110     -0.603199       1.980138 633 
     H      -0.768562      1.009226       2.050095 634 
     H       0.268803     -0.431976       2.049536 635 
     C      -0.497536     -1.993282      -0.323731 636 
     O      -1.559576     -2.411456      -0.410927 637 
     H       1.702900     -2.096968      -0.548719 638 
     H       0.766356      0.067673      -1.512859 639 
     O       0.453327      1.936270      -0.990776 640 
     O       0.110591      2.722821       0.144189 641 
     H      -0.837722      2.847231       0.001572 642 
     H       2.753689      0.885896      -0.369670 643 
     H       1.856130      1.103175       1.148810 644 
Rotational constants (GHz):    1.0373300    0.8709600    0.5691500 645 
Vibrational harmonic frequencies (cm-1): 646 
     i289.3920                   45.5508                   94.5536             647 
      116.8628                  124.6763                  145.6210             648 
      154.4556                  167.8267                  183.5615             649 
      198.5675                  239.0906                  254.5559             650 
      266.1150                  289.5698                  309.6963             651 
      344.0473                  370.5549                  374.0967             652 
      455.2911                  476.5117                  492.3859             653 
      499.0561                  589.5728                  722.9889             654 
      780.0642                  939.9017                  952.6344             655 
      977.3569                 1024.8712                 1044.7982             656 
     1069.5000                 1093.7792                 1123.0303             657 
     1153.5915                 1246.0679                 1276.2359             658 
     1312.0606                 1344.0060                 1378.3213             659 
     1405.9029                 1408.2117                 1415.2937             660 
     1430.2497                 1442.4882                 1478.3673             661 
     1487.8138                 1498.7376                 2046.3572             662 
     3054.1947                 3082.9447                 3086.0536             663 
     3143.5458                 3145.3948                 3179.9235             664 
     3709.6539                 3775.9822                 3794.0978             665 
Zero-point correction (Hartree): 0.153131 666 
 667 
 668 
 669 
################################################################################# 670 
Raw quantum chemical M06-2X/aug-cc-pVTZ data for acyl radical O2-addition 671 
################################################################################# 672 
 673 
TS.triMeCO.triMe+CO 674 
------------------- 675 
E(UM062X/CC-pVDZ) (Hartree): -270.99334834 676 
Electronic state : 2-A 677 
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Cartesian coordinates (Angs): 678 
     C      -0.554816     -0.011066      -0.056706 679 
     C       1.358067      0.141551       0.846263 680 
     C      -0.418881     -1.320505      -0.778455 681 
     C      -1.474787      0.015977       1.126742 682 
     C      -0.530947      1.220777      -0.915598 683 
     O       2.210310      0.001820       0.090520 684 
     H      -0.288171     -2.156843      -0.075553 685 
     H       0.436376     -1.306141      -1.470407 686 
     H      -1.328423     -1.526193      -1.373877 687 
     H      -1.350510      0.943898       1.703434 688 
     H      -1.286519     -0.835459       1.796684 689 
     H      -2.529556     -0.039855       0.799105 690 
     H       0.305189      1.193805      -1.630172 691 
     H      -0.445258      2.133553      -0.307082 692 
     H      -1.467419      1.298273      -1.499764 693 
Rotational constants (GHz):    4.4239500    2.4499900    2.4436800 694 
Vibrational harmonic frequencies (cm-1): 695 
     i382.9924                   26.1486                  166.8576 696 
      169.0603                  185.0615                  205.8343 697 
      219.5949                  263.8121                  355.5293 698 
      380.0507                  402.7133                  787.5729 699 
      923.9846                  927.7798                  955.7930 700 
     1016.6037                 1020.7702                 1109.4956 701 
     1288.2007                 1298.7308                 1380.2711 702 
     1384.4813                 1394.3169                 1436.0118 703 
     1446.7404                 1448.4417                 1466.5808 704 
     1470.1872                 1473.6951                 2083.3019 705 
     3018.3673                 3020.7565                 3026.6225 706 
     3100.8646                 3101.4457                 3109.8690 707 
     3143.0092                 3144.3633                 3149.7667 708 
Zero-point correction (Hartree): 0.124166 709 
 710 
HOOdiMeCO.mm 711 
------------ 712 
E(UM062X/CC-pVDZ) (Hartree): -382.02562393  713 
Electronic state : 2-A 714 
Cartesian coordinates (Angs): 715 
     C      -0.044939      0.347927       0.023327 716 
     C      -0.853920     -0.843670      -0.564620 717 
     C      -0.690783      1.625533      -0.495058 718 
     C      -0.032290      0.248927       1.542866 719 
     O       1.256064      0.353961      -0.529321 720 
     O      -1.888457     -1.216873      -0.142582 721 
     H      -1.718703      1.699752      -0.117519 722 
     H      -0.703737      1.626054      -1.592791 723 
     H      -0.109677      2.490689      -0.146694 724 
     H       0.472760     -0.672053       1.860926 725 
     H      -1.062173      0.229414       1.922219 726 
     H       0.495929      1.117800       1.962565 727 
     O       1.855220     -0.903533      -0.238443 728 
     H       2.574567     -0.632391       0.354974 729 
Rotational constants (GHz):    3.3912700    2.3104700    1.9542100 730 
Vibrational harmonic frequencies (cm-1): 731 
       73.3489                  151.1085                  198.6679             732 
      210.2328                  227.2574                  256.2472             733 
      291.2570                  340.5415                  357.1883             734 
      443.7701                  514.4637                  597.7094             735 
      715.8100                  876.5225                  940.9633             736 
      955.9459                  996.6803                 1047.5492             737 
     1190.6206                 1228.6410                 1252.3911             738 
     1367.5271                 1381.2452                 1404.6484             739 
     1443.0567                 1455.8815                 1462.4636             740 
     1483.6477                 1993.4628                 3071.3635             741 
     3076.8822                 3161.9676                 3167.6445             742 
     3178.2999                 3180.6153                 3787.7189             743 
Zero-point correction (Hartree): 0.108175 744 
 745 
HOOdiMeCO.mp 746 
------------ 747 
E(UM062X/CC-pVDZ) (Hartree): -382.02908312  748 
Electronic state : 2-A 749 
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Cartesian coordinates (Angs): 750 
     C      -0.037908      0.354245       0.017041 751 
     C      -0.784700     -0.951866      -0.390958 752 
     C      -0.747074      1.528056      -0.641642 753 
     C       0.000486      0.437278       1.536783 754 
     O       1.254572      0.334265      -0.556979 755 
     O      -1.888192     -1.222768      -0.085243 756 
     H      -1.774611      1.597091      -0.262546 757 
     H      -0.768151      1.402387      -1.732156 758 
     H      -0.203840      2.452728      -0.402773 759 
     H       0.570164     -0.404354       1.948413 760 
     H      -1.021358      0.418820       1.938022 761 
     H       0.495142      1.375043       1.827474 762 
     O       1.941669     -0.807141      -0.073929 763 
     H       1.653439     -1.482846      -0.714562 764 
Rotational constants (GHz):    3.4162500    2.2929400    1.9557000 765 
Vibrational harmonic frequencies (cm-1): 766 
       85.2209                  166.0018                  198.1519             767 
      219.1884                  247.9193                  280.4953             768 
      306.8958                  346.3173                  372.4070             769 
      454.3937                  502.0889                  604.9654             770 
      697.0866                  871.0023                  943.1846             771 
      957.4214                  997.3693                 1046.9136             772 
     1184.0057                 1233.9147                 1253.7657             773 
     1369.0084                 1383.1562                 1423.7215             774 
     1440.7318                 1455.0066                 1461.2108             775 
     1482.3928                 2002.6379                 3076.2661             776 
     3077.9030                 3166.8827                 3168.6384             777 
     3180.8269                 3187.3248                 3728.9598             778 
Zero-point correction (Hartree): 0.108380 779 
 780 
HOOdiMeCOOO.pmc 781 
--------------- 782 
E(UM062X/CC-pVDZ) (Hartree): -532.36033474  783 
Electronic state : 2-A 784 
Cartesian coordinates (Angs): 785 
     C      -0.714381      0.039760      -0.283066 786 
     C       0.435191      0.828833       0.361329 787 
     C      -1.990239      0.378342       0.479894 788 
     C      -0.840429      0.361924      -1.769874 789 
     O      -0.438139     -1.349846      -0.221965 790 
     O       0.340305      1.830510       0.986621 791 
     H      -2.183099      1.457351       0.443999 792 
     H      -1.897611      0.069048       1.528013 793 
     H      -2.824586     -0.163192       0.015422 794 
     H       0.070954      0.081495      -2.307837 795 
     H      -1.035247      1.435117      -1.898524 796 
     H      -1.691551     -0.202660      -2.174136 797 
     O      -0.175645     -1.665770       1.142592 798 
     H       0.756807     -1.937251       1.084751 799 
     O       1.748559      0.278003       0.260226 800 
     O       1.957854     -0.392029      -0.845148 801 
Rotational constants (GHz):    1.9448500    1.6264600    1.4382000 802 
Vibrational harmonic frequencies (cm-1): 803 
       81.6390                  103.6669                  154.5773             804 
      177.2830                  214.8928                  226.6203             805 
      258.8851                  263.2623                  285.5098             806 
      336.8836                  364.4299                  405.6917             807 
      504.3318                  543.2729                  628.0288             808 
      685.8652                  753.8159                  886.7206             809 
      944.3304                  963.7107                 1016.0975             810 
     1042.3630                 1086.1285                 1228.7729             811 
     1241.4530                 1256.5700                 1288.1352             812 
     1374.0427                 1390.5965                 1416.6504             813 
     1442.5593                 1458.3085                 1463.6247             814 
     1489.2241                 1962.3544                 3083.3988             815 
     3087.3109                 3169.0921                 3181.4570             816 
     3189.3192                 3203.9182                 3762.4085             817 
Zero-point correction (Hartree): 0.117593 818 
 819 
HOOdiMeCOOO.pmm 820 
--------------- 821 
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E(UM062X/CC-pVDZ) (Hartree): -532.36032214  822 
Electronic state : 2-A 823 
Cartesian coordinates (Angs): 824 
     C      -0.766734     -0.015575       0.234578 825 
     C       0.386104     -0.860405      -0.331466 826 
     C      -1.983113     -0.200391      -0.660612 827 
     C      -1.008485     -0.471788       1.672651 828 
     O      -0.419025      1.347616       0.353612 829 
     O       0.286398     -1.769507      -1.082682 830 
     H      -2.247403     -1.261008      -0.748683 831 
     H      -1.772872      0.199514      -1.660026 832 
     H      -2.821534      0.355255      -0.220626 833 
     H      -0.100866     -0.339002       2.275739 834 
     H      -1.314602     -1.525964       1.691677 835 
     H      -1.811512      0.143962       2.099189 836 
     O       0.018365      1.796598      -0.919292 837 
     H       0.982353      1.793103      -0.761661 838 
     O       1.687144     -0.685111       0.258715 839 
     O       2.092094      0.550793       0.368834 840 
Rotational constants (GHz):    1.9674500    1.6587500    1.3566300 841 
Vibrational harmonic frequencies (cm-1): 842 
       52.3609                   90.5153                  176.0127             843 
      200.8632                  218.3396                  238.2404             844 
      264.2298                  284.3723                  328.7112             845 
      362.8763                  400.1536                  502.6185             846 
      533.4125                  541.1992                  584.2356             847 
      676.3503                  765.6007                  902.9003             848 
      946.4499                  957.3687                 1006.3605             849 
     1051.1323                 1061.6676                 1231.4527             850 
     1256.8431                 1272.9632                 1276.6740             851 
     1377.9195                 1393.4823                 1441.7420             852 
     1444.4404                 1454.9934                 1464.7695             853 
     1484.0858                 1960.3222                 3078.5909             854 
     3087.8104                 3173.4182                 3178.3669             855 
     3181.4172                 3191.0220                 3693.8735             856 
Zero-point correction (Hartree): 0.117987 857 
 858 
HOOdiMeCOOO.pmt 859 
--------------- 860 
E(UM062X/CC-pVDZ) (Hartree): -532.36467361  861 
Electronic state : 2-A 862 
Cartesian coordinates (Angs): 863 
     C       0.858545     -0.233237      -0.147647 864 
     C      -0.585990     -0.515049       0.256870 865 
     C       1.786405     -0.597925       1.000820 866 
     C       1.153026     -1.020316      -1.422919 867 
     O       1.000316      1.123708      -0.533739 868 
     O      -0.989786     -1.362226       0.975597 869 
     H       1.612343     -1.634390       1.315344 870 
     H       1.604862      0.069053       1.852644 871 
     H       2.826117     -0.481380       0.667850 872 
     H       0.444562     -0.746033      -2.215745 873 
     H       1.082878     -2.097142      -1.221800 874 
     H       2.171123     -0.778668      -1.756246 875 
     O       0.585235      1.931600       0.560718 876 
     H      -0.264019      2.263635       0.219675 877 
     O      -1.464550      0.384100      -0.425393 878 
     O      -2.724940      0.123329      -0.200242 879 
Rotational constants (GHz):    2.2288400    1.4131400    1.1951400 880 
Vibrational harmonic frequencies (cm-1): 881 
       54.7589                  109.0973                  176.6051             882 
      205.3574                  214.7744                  230.0833             883 
      251.9283                  279.2156                  329.9300             884 
      361.1642                  381.7331                  393.3141             885 
      482.2484                  564.0314                  606.7168             886 
      728.0274                  832.4999                  878.7783             887 
      945.9557                  955.1736                 1011.8668             888 
     1044.4575                 1067.3636                 1217.8919             889 
     1230.5383                 1271.7968                 1292.4613             890 
     1376.0364                 1391.2013                 1424.3952             891 
     1444.5711                 1455.7562                 1465.9505             892 
     1486.0878                 1975.7978                 3077.6391             893 
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     3086.1630                 3171.9263                 3178.0757             894 
     3180.8158                 3188.3470                 3755.2992             895 
Zero-point correction (Hartree): 0.117954 896 
 897 
HOOdiMeCOOO.ppc 898 
--------------- 899 
E(UM062X/CC-pVDZ) (Hartree): -532.35834131  900 
Electronic state : 2-A 901 
Cartesian coordinates (Angs): 902 
     C       0.662829      0.103643       0.330089 903 
     C      -0.522455      0.769696      -0.389305 904 
     C       1.940685      0.619987      -0.322319 905 
     C       0.643589      0.392258       1.828991 906 
     O       0.564976     -1.308590       0.220030 907 
     O      -0.457555      1.751443      -1.054017 908 
     H       2.019127      1.707746      -0.207395 909 
     H       1.945460      0.392826      -1.395812 910 
     H       2.800261      0.138891       0.164155 911 
     H      -0.247258     -0.040824       2.294286 912 
     H       0.663117      1.477638       1.996574 913 
     H       1.542462     -0.049224       2.280923 914 
     O       0.363993     -1.611474      -1.156300 915 
     H       1.214126     -2.017790      -1.391763 916 
     O      -1.797645      0.167514      -0.299499 917 
     O      -1.959416     -0.614239       0.736573 918 
Rotational constants (GHz):    1.9407700    1.6072000    1.4436000 919 
Vibrational harmonic frequencies (cm-1): 920 
       78.9923                  108.2025                  136.8022             921 
      174.7140                  215.9369                  224.1138             922 
      248.6690                  271.9842                  281.2295             923 
      340.9680                  369.8189                  402.7325             924 
      513.1836                  545.8103                  635.1387             925 
      695.5901                  746.4930                  893.9291             926 
      943.1671                  960.7150                 1013.4272             927 
     1042.5991                 1111.0694                 1228.7352             928 
     1242.1515                 1257.8076                 1295.9824             929 
     1375.1865                 1389.0125                 1397.6536             930 
     1444.4415                 1458.4217                 1465.2366             931 
     1489.4264                 1949.2578                 3081.9473             932 
     3084.3566                 3165.7000                 3174.8153             933 
     3185.2587                 3210.3228                 3788.7072             934 
Zero-point correction (Hartree): 0.117644 935 
 936 
HOOdiMeCOOO.ppt 937 
--------------- 938 
E(UM062X/CC-pVDZ) (Hartree): -532.36159550  939 
Electronic state : 2-A 940 
Cartesian coordinates (Angs): 941 
     C      -0.814716      0.297198      -0.163301 942 
     C       0.625208      0.401258       0.337087 943 
     C      -1.764772      0.676426       0.961049 944 
     C      -0.978653      1.172868      -1.402189 945 
     O      -1.046392     -1.022834      -0.637160 946 
     O       1.018168      0.983272       1.290594 947 
     H      -1.558702      1.696777       1.307309 948 
     H      -1.634824     -0.000841       1.814934 949 
     H      -2.798570      0.617589       0.593887 950 
     H      -0.269980      0.863283      -2.180587 951 
     H      -0.805935      2.225940      -1.143616 952 
     H      -2.002243      1.060859      -1.784559 953 
     O      -0.670891     -1.919246       0.401848 954 
     H      -1.536061     -2.248354       0.695945 955 
     O       1.485487     -0.268061      -0.564866 956 
     O       2.739117     -0.210849      -0.202815 957 
Rotational constants (GHz):    2.2371800    1.3656600    1.2287900 958 
Vibrational harmonic frequencies (cm-1): 959 
       58.9422                   94.4250                  142.8265             960 
      193.5608                  200.2736                  223.3989             961 
      247.9999                  270.9774                  289.0974             962 
      334.2686                  361.6022                  387.7623             963 
      500.9118                  536.4124                  607.4068             964 
      734.4015                  851.8935                  888.5402             965 
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      943.7020                  951.0322                 1008.6282             966 
     1043.5223                 1082.8048                 1218.9346             967 
     1227.0406                 1273.5213                 1301.6292             968 
     1379.2305                 1391.4424                 1398.9176             969 
     1445.7526                 1456.2943                 1466.0543             970 
     1486.0143                 1966.0274                 3078.8676             971 
     3081.6682                 3170.7171                 3173.0389             972 
     3181.2824                 3182.6767                 3784.2579             973 
Zero-point correction (Hartree): 0.117594 974 
 975 
HOOdiMeCOOO.tpc 976 
--------------- 977 
E(UM062X/CC-pVDZ) (Hartree): -532.35489660  978 
Electronic state : 2-A 979 
Cartesian coordinates (Angs): 980 
     C       0.413866      0.363597       0.152785 981 
     C      -1.084666      0.507017      -0.143178 982 
     C       1.078342      1.701066      -0.146169 983 
     C       0.636416     -0.059096       1.607019 984 
     O       0.851071     -0.624649      -0.783153 985 
     O      -1.665429      1.532291      -0.279251 986 
     H       0.709199      2.476905       0.535860 987 
     H       0.865751      2.007031      -1.178096 988 
     H       2.161507      1.582213      -0.019823 989 
     H       0.238850     -1.063059       1.792001 990 
     H       0.144108      0.654996       2.282090 991 
     H       1.713839     -0.041691       1.815451 992 
     O       2.234270     -0.851819      -0.558616 993 
     H       2.212138     -1.759348      -0.212666 994 
     O      -1.873955     -0.661830      -0.282542 995 
     O      -1.334599     -1.760563       0.173868 996 
Rotational constants (GHz):    2.1823200    1.5225300    1.1545200 997 
Vibrational harmonic frequencies (cm-1): 998 
       70.6978                   98.6716                  135.0090             999 
      173.1154                  220.9500                  239.1523             1000 
      255.2065                  264.9494                  300.5203             1001 
      330.4871                  375.9696                  423.4947             1002 
      441.2258                  573.6197                  634.6063             1003 
      720.4343                  734.9728                  859.7640             1004 
      941.7950                  999.8503                 1003.0132             1005 
     1043.3852                 1102.7547                 1215.2317             1006 
     1240.3340                 1248.7251                 1303.4029             1007 
     1370.8505                 1391.6361                 1410.5032             1008 
     1446.0943                 1457.6455                 1470.0980             1009 
     1488.0155                 1954.9531                 3083.4656             1010 
     3089.2227                 3166.7534                 3183.2090             1011 
     3188.1620                 3196.2330                 3783.2105             1012 
Zero-point correction (Hartree): 0.117625 1013 
 1014 
HOOdiMeCOOO.tpt 1015 
--------------- 1016 
E(UM062X/CC-pVDZ) (Hartree): -532.35795095  1017 
Electronic state : 2-A 1018 
Cartesian coordinates (Angs): 1019 
     C       0.595439      0.292300       0.144546 1020 
     C      -0.906144      0.414374      -0.100190 1021 
     C       1.281697      1.582366      -0.269706 1022 
     C       0.824897     -0.061240       1.614308 1023 
     O       0.968996     -0.790292      -0.713045 1024 
     O      -1.522823      1.392498      -0.350694 1025 
     H       0.934007      2.416879       0.352363 1026 
     H       1.055120      1.807483      -1.319531 1027 
     H       2.365369      1.460984      -0.151386 1028 
     H       0.335764     -1.014048       1.857886 1029 
     H       0.419089      0.726031       2.264560 1030 
     H       1.903695     -0.144751       1.796497 1031 
     O       2.361790     -1.015631      -0.537071 1032 
     H       2.350816     -1.915476      -0.172277 1033 
     O      -1.515873     -0.852230       0.079497 1034 
     O      -2.809490     -0.822333      -0.098920 1035 
Rotational constants (GHz):    2.6496300    1.1919400    1.0260000 1036 
Vibrational harmonic frequencies (cm-1): 1037 
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       51.4438                  107.0433                  118.5802             1038 
      180.2612                  217.9125                  230.0835             1039 
      233.6925                  256.6529                  311.4278             1040 
      329.9169                  374.5933                  411.0401             1041 
      431.4878                  498.9817                  680.5180             1042 
      727.7528                  827.1417                  872.2354             1043 
      942.4887                  988.5057                 1000.2649             1044 
     1040.7724                 1076.6297                 1213.3527             1045 
     1216.5976                 1251.2330                 1314.3926             1046 
     1373.1134                 1395.5031                 1409.3548             1047 
     1445.7948                 1457.5354                 1472.2814             1048 
     1482.3726                 1969.5731                 3078.1315             1049 
     3088.9246                 3168.1054                 3178.7891             1050 
     3182.1674                 3187.5425                 3787.1176             1051 
Zero-point correction (Hartree): 0.117511 1052 
 1053 
HOOdiMeCO.pm 1054 
------------ 1055 
E(UM062X/CC-pVDZ) (Hartree): -382.02908308  1056 
Electronic state : 2-A 1057 
Cartesian coordinates (Angs): 1058 
     C       0.038022      0.354354       0.017049 1059 
     C       0.784782     -0.951451      -0.391274 1060 
     C      -0.000563      0.436964       1.536836 1061 
     C       0.746736      1.528552      -0.641368 1062 
     O      -1.254518      0.334144      -0.556919 1063 
     O       1.888046     -1.222985      -0.085350 1064 
     H       1.021201      0.417924       1.938228 1065 
     H      -0.570676     -0.404620       1.947992 1066 
     H      -0.494876      1.374816       1.827842 1067 
     H       0.768366      1.402941      -1.731880 1068 
     H       1.774056      1.598308      -0.261844 1069 
     H       0.202810      2.452889      -0.402734 1070 
     O      -1.941262     -0.807368      -0.074043 1071 
     H      -1.652859     -1.483099      -0.714562 1072 
Rotational constants (GHz):    3.4156900    2.2934100    1.9558400 1073 
Vibrational harmonic frequencies (cm-1): 1074 
       84.7843                  165.9608                  198.1394             1075 
      219.0488                  247.9031                  280.4073             1076 
      306.9100                  346.3039                  372.3878             1077 
      454.3901                  502.1424                  605.0521             1078 
      697.3316                  871.0847                  943.1930             1079 
      957.4754                  997.3865                 1047.2342             1080 
     1184.0915                 1233.9412                 1253.7083             1081 
     1369.0179                 1383.1730                 1423.7697             1082 
     1440.7348                 1455.0097                 1461.2100             1083 
     1482.3943                 2002.8023                 3076.2536             1084 
     3077.8876                 3166.8377                 3168.6144             1085 
     3180.8560                 3187.2937                 3728.9680             1086 
Zero-point correction (Hartree): 0.108381 1087 
 1088 
HOOdiMeCO.pp 1089 
------------ 1090 
E(UM062X/CC-pVDZ) (Hartree): -382.02562393  1091 
Electronic state : 2-A 1092 
Cartesian coordinates (Angs): 1093 
     C       0.044850      0.347840       0.023296 1094 
     C       0.853960     -0.843893      -0.564386 1095 
     C       0.032011      0.248894       1.542856 1096 
     C       0.690816      1.625400      -0.494980 1097 
     O      -1.256021      0.353882      -0.529568 1098 
     O       1.888789     -1.216483      -0.142547 1099 
     H       1.061868      0.230070       1.922295 1100 
     H      -0.472442     -0.672390       1.860982 1101 
     H      -0.496821      1.117466       1.962428 1102 
     H       0.703380      1.626149      -1.592719 1103 
     H       1.718883      1.699271      -0.117794 1104 
     H       0.110049      2.490628      -0.146212 1105 
     O      -1.855352     -0.903447      -0.238550 1106 
     H      -2.574072     -0.632257       0.355619 1107 
Rotational constants (GHz):    3.3917500    2.3102100    1.9541900 1108 
Vibrational harmonic frequencies (cm-1): 1109 
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       73.1980                  151.0166                  198.5824             1110 
      210.0358                  227.1956                  256.2262             1111 
      291.2128                  340.5155                  357.1490             1112 
      443.7739                  514.4182                  597.7319             1113 
      715.6942                  876.4979                  940.9544             1114 
      955.9747                  996.6738                 1047.6178             1115 
     1190.5684                 1228.6910                 1252.4422             1116 
     1367.5254                 1381.2517                 1404.6888             1117 
     1443.0547                 1455.8844                 1462.4644             1118 
     1483.6530                 1993.4860                 3071.3437             1119 
     3076.8857                 3161.9570                 3167.6266             1120 
     3178.3268                 3180.6613                 3787.5879             1121 
Zero-point correction (Hartree): 0.108173 1122 
 1123 
HOOdiMeCO.tm 1124 
------------ 1125 
E(UM062X/CC-pVDZ) (Hartree): -382.02355659  1126 
Electronic state : 2-A 1127 
Cartesian coordinates (Angs): 1128 
     C       0.052009      0.016548       0.053930 1129 
     C       1.337403     -0.055966      -0.794826 1130 
     C       0.011962     -1.195880       0.975373 1131 
     C       0.043935      1.347182       0.795496 1132 
     O      -0.979506     -0.031808      -0.931731 1133 
     O       2.430089     -0.071292      -0.355437 1134 
     H       0.883662     -1.185877       1.642736 1135 
     H       0.027431     -2.123326       0.385243 1136 
     H      -0.905753     -1.166284       1.577737 1137 
     H       0.123028      2.177274       0.080584 1138 
     H       0.887219      1.390863       1.497219 1139 
     H      -0.901812      1.444173       1.344604 1140 
     O      -2.223400      0.053935      -0.244792 1141 
     H      -2.603093     -0.814804      -0.452283 1142 
Rotational constants (GHz):    4.6481800    1.8495300    1.8286400 1143 
Vibrational harmonic frequencies (cm-1): 1144 
       80.4284                  146.3187                  196.4073             1145 
      202.6935                  217.6388                  247.7490             1146 
      306.9865                  314.3650                  371.1110             1147 
      448.2062                  453.3803                  597.1789             1148 
      752.6328                  849.2091                  940.1609             1149 
      981.5653                  999.0172                 1041.2133             1150 
     1207.9344                 1210.5254                 1239.5682             1151 
     1364.1213                 1379.9755                 1404.8973             1152 
     1443.3905                 1456.8616                 1465.2479             1153 
     1481.1643                 1999.2855                 3072.5941             1154 
     3078.0960                 3161.6643                 3170.7995             1155 
     3174.8150                 3179.3588                 3794.5832             1156 
Zero-point correction (Hartree): 0.108056 1157 
 1158 
HOOdiMeCO.tp 1159 
------------ 1160 
E(UM062X/CC-pVDZ) (Hartree): -382.02355657  1161 
Electronic state : 2-A 1162 
Cartesian coordinates (Angs): 1163 
     C       0.052035     -0.016839       0.054079 1164 
     C       1.337480      0.056404      -0.794727 1165 
     C       0.043306     -1.348465       0.793830 1166 
     C       0.012282      1.194476       0.976918 1167 
     O      -0.979360      0.033289      -0.931704 1168 
     O       2.430170      0.071996      -0.355369 1169 
     H       0.886646     -1.393580       1.495411 1170 
     H       0.121998     -2.177550       0.077716 1171 
     H      -0.902403     -1.445828       1.342905 1172 
     H       0.028530      2.122587       0.387896 1173 
     H       0.883574      1.183269       1.644807 1174 
     H      -0.905742      1.164654       1.578800 1175 
     O      -2.223298     -0.053093      -0.244876 1176 
     H      -2.603319      0.815450      -0.452550 1177 
Rotational constants (GHz):    4.6477800    1.8495200    1.8286200 1178 
Vibrational harmonic frequencies (cm-1): 1179 
       80.3908                  146.2436                  195.9957             1180 
      202.6722                  217.3677                  247.5869             1181 
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      306.9697                  314.3693                  371.0788             1182 
      448.1822                  453.3746                  597.1200             1183 
      752.5131                  849.0820                  940.1390             1184 
      981.5257                  998.9607                 1041.1988             1185 
     1207.8638                 1210.6019                 1239.4484             1186 
     1364.1608                 1379.9798                 1404.9440             1187 
     1443.4067                 1456.8301                 1465.2656             1188 
     1481.1257                 1999.2834                 3072.6180             1189 
     3078.1438                 3161.7292                 3170.8826             1190 
     3174.7517                 3179.3187                 3794.7569             1191 
Zero-point correction (Hartree): 0.108053 1192 
 1193 
O2 1194 
-- 1195 
E(UM062X/CC-pVDZ) (Hartree): -150.27726911  1196 
Point group : D*H 1197 
Electronic state : 3-SGG 1198 
Cartesian coordinates (Angs): 1199 
     O       0.000000      0.000000       0.595741 1200 
     O       0.000000      0.000000      -0.595741 1201 
Rotational constants (GHz):    0.0000000   44.5133910   44.5133910 1202 
Vibrational harmonic frequencies (cm-1): 1203 
     1777.0158 ( SGG)      1204 
Zero-point correction (Hartree): 0.004048 1205 
 1206 
triMeCO 1207 
------- 1208 
E(UM062X/CC-pVDZ) (Hartree): -271.01147966  1209 
Electronic state : 2-A 1210 
Cartesian coordinates (Angs): 1211 
     C       0.326151      0.000063       0.007244 1212 
     C      -1.039044     -0.002025      -0.717672 1213 
     C       0.096416      0.005122       1.518430 1214 
     C       1.071152     -1.258132      -0.445901 1215 
     C       1.072043      1.254615      -0.454087 1216 
     O      -2.108850     -0.000496      -0.222690 1217 
     H      -0.471357     -0.883004       1.829736 1218 
     H      -0.472184      0.894818       1.823587 1219 
     H       1.062698      0.007362       2.045885 1220 
     H       1.184486     -1.273526      -1.539286 1221 
     H       0.536884     -2.169148      -0.138885 1222 
     H       2.072449     -1.275248       0.010706 1223 
     H       0.539154      2.168164      -0.152309 1224 
     H       1.184640      1.263231      -1.547625 1225 
     H       2.073725      1.273456       0.001628 1226 
Rotational constants (GHz):    4.5708700    2.7884600    2.7826200 1227 
Vibrational harmonic frequencies (cm-1): 1228 
       31.0438                  199.9801                  247.0215             1229 
      261.9684                  273.2618                  339.0783             1230 
      345.5749                  386.6280                  443.8865             1231 
      566.9888                  724.8938                  842.3537             1232 
      947.9747                  954.1493                  958.4901             1233 
     1024.4339                 1041.0020                 1220.3698             1234 
     1243.5750                 1265.8181                 1374.8046             1235 
     1376.8123                 1403.1487                 1443.7560             1236 
     1453.4273                 1457.7682                 1469.2719             1237 
     1473.8322                 1489.6781                 1988.4947             1238 
     3058.5919                 3058.8313                 3062.3047             1239 
     3142.1730                 3142.3235                 3145.9083             1240 
     3151.3435                 3152.9741                 3157.0087             1241 
Zero-point correction (Hartree): 0.128309 1242 
 1243 
triMeCOOO.c 1244 
----------- 1245 
E(UM062X/CC-pVDZ) (Hartree): -421.34630563  1246 
Electronic state : 2-A 1247 
Cartesian coordinates (Angs): 1248 
     C      -0.707885     -0.215982      -0.000016 1249 
     C       0.426034      0.801553      -0.000005 1250 
     C      -2.002698      0.604432       0.000016 1251 
     C      -0.660169     -1.082233      -1.270398 1252 
     C      -0.660100     -1.082162       1.270424 1253 
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     O       0.323041      1.985250      -0.000045 1254 
     H      -2.063346      1.248407      -0.887602 1255 
     H      -2.063301      1.248412       0.887630 1256 
     H      -2.860857     -0.082415       0.000037 1257 
     H       0.220111     -1.733438      -1.294704 1258 
     H      -0.666878     -0.453863      -2.173536 1259 
     H      -1.562660     -1.711067      -1.292785 1260 
     H      -0.666757     -0.453753       2.173543 1261 
     H       0.220160     -1.733388       1.294780 1262 
     H      -1.562581     -1.711014       1.292963 1263 
     O       1.787044      0.353855       0.000024 1264 
     O       1.969293     -0.935547      -0.000034 1265 
Rotational constants (GHz):    2.6367700    1.9445800    1.4935700 1266 
Vibrational harmonic frequencies (cm-1): 1267 
       51.6780                  109.9949                  167.6011             1268 
      223.9510                  243.3153                  258.8080             1269 
      301.3712                  307.8569                  357.1505             1270 
      386.4972                  395.9825                  547.7016             1271 
      623.8644                  679.1797                  730.3825             1272 
      862.2373                  956.3921                  959.2845             1273 
      961.0688                 1036.2907                 1042.6706             1274 
     1081.7766                 1246.0227                 1258.2085             1275 
     1266.5701                 1295.4679                 1372.7824             1276 
     1381.7646                 1410.1552                 1446.2530             1277 
     1456.7380                 1462.3572                 1475.1632             1278 
     1475.4561                 1500.0533                 1941.4469             1279 
     3068.4635                 3068.6237                 3073.3162             1280 
     3142.5226                 3142.9570                 3160.5305             1281 
     3163.9234                 3189.9983                 3191.3235             1282 
Zero-point correction (Hartree): 0.137773 1283 
 1284 
triMeCOOO.t 1285 
----------- 1286 
E(UM062X/CC-pVDZ) (Hartree): -421.34983699  1287 
Electronic state : 2-A 1288 
Cartesian coordinates (Angs): 1289 
     C      -0.903549     -0.088538       0.000005 1290 
     C       0.511724      0.450853      -0.000005 1291 
     C      -1.858870      1.103232      -0.000285 1292 
     C      -1.102452     -0.946944      -1.259454 1293 
     C      -1.102574     -0.946444       1.259777 1294 
     O       0.888168      1.573938      -0.000019 1295 
     H      -1.703633      1.731166      -0.888292 1296 
     H      -1.703694      1.731544       0.887463 1297 
     H      -2.896800      0.740709      -0.000246 1298 
     H      -0.414679     -1.802919      -1.272942 1299 
     H      -0.943517     -0.353221      -2.171633 1300 
     H      -2.134578     -1.327010      -1.273610 1301 
     H      -0.943811     -0.352346       2.171741 1302 
     H      -0.414751     -1.802374       1.273717 1303 
     H      -2.134674     -1.326584       1.273945 1304 
     O       1.433510     -0.643859      -0.000055 1305 
     O       2.681380     -0.264070       0.000028 1306 
Rotational constants (GHz):    3.1862700    1.5601500    1.3617800 1307 
Vibrational harmonic frequencies (cm-1): 1308 
       50.0791                  102.7854                  188.8804             1309 
      207.8852                  234.8283                  261.4463             1310 
      282.0656                  327.5867                  342.9883             1311 
      370.7601                  384.1233                  482.9446             1312 
      606.9432                  734.1313                  817.1913             1313 
      864.0455                  955.9949                  957.5436             1314 
      958.4359                 1023.3495                 1039.6708             1315 
     1069.0390                 1230.0999                 1244.0416             1316 
     1268.6793                 1308.8600                 1374.7906             1317 
     1384.3593                 1410.2879                 1445.3680             1318 
     1455.1646                 1459.3491                 1470.7225             1319 
     1475.8970                 1497.7059                 1961.6029             1320 
     3063.7906                 3064.6110                 3071.0045             1321 
     3145.4109                 3146.0463                 3157.1723             1322 
     3161.6701                 3163.7222                 3165.7510             1323 
Zero-point correction (Hartree): 0.137576 1324 
 1325 
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TS.HOOdiMeCO.HOOdiMe+CO.mm 1326 
-------------------------- 1327 
E(UM062X/CC-pVDZ) (Hartree): -382.01055256  1328 
Electronic state : 2-A 1329 
Cartesian coordinates (Angs): 1330 
     C       0.260934      0.505507       0.066515 1331 
     C      -1.400769     -0.502366      -0.783111 1332 
     C       0.133455      1.874487      -0.523513 1333 
     C       0.051617      0.314418       1.538266 1334 
     O       1.338486     -0.122614      -0.506792 1335 
     O      -2.223802     -0.739611      -0.018801 1336 
     H      -0.812347      2.331266      -0.201031 1337 
     H       0.149832      1.815400      -1.619752 1338 
     H       0.961348      2.526129      -0.193950 1339 
     H       0.108192     -0.747135       1.805726 1340 
     H      -0.938478      0.694433       1.823584 1341 
     H       0.817624      0.869253       2.109708 1342 
     O       1.289489     -1.511436      -0.176243 1343 
     H       2.209023     -1.652328       0.101458 1344 
Rotational constants (GHz):    2.9429200    2.2511700    1.7951100 1345 
Vibrational harmonic frequencies (cm-1): 1346 
     i324.6661                   24.5570                   49.2774             1347 
      114.7485                  162.6127                  184.0516             1348 
      187.3466                  214.8431                  268.2128             1349 
      345.6915                  373.4305                  404.7989             1350 
      541.9335                  820.4249                  938.6325             1351 
      948.2551                  984.4209                 1031.6271             1352 
     1092.0567                 1286.0028                 1288.8928             1353 
     1381.9163                 1386.0935                 1423.7910             1354 
     1437.6507                 1451.3669                 1456.2233             1355 
     1474.6961                 2082.3723                 3036.3661             1356 
     3041.0412                 3127.1402                 3137.9245             1357 
     3169.2576                 3185.8708                 3800.0990             1358 
Zero-point correction (Hartree): 0.104462 1359 
 1360 
TS.HOOdiMeCO.HOOdiMe+CO.mp 1361 
-------------------------- 1362 
E(UM062X/CC-pVDZ) (Hartree): -382.01563265  1363 
Electronic state : 2-A 1364 
Cartesian coordinates (Angs): 1365 
     C       0.191601      0.509292       0.021626 1366 
     C      -1.149577     -1.150130      -0.169481 1367 
     C      -0.497338      1.616939      -0.707545 1368 
     C       0.346369      0.596524       1.508685 1369 
     O       1.251939      0.052177      -0.718204 1370 
     O      -2.237256     -0.841789       0.027386 1371 
     H      -1.522737      1.725295      -0.325692 1372 
     H      -0.535066      1.402257      -1.783762 1373 
     H       0.030225      2.575011      -0.560400 1374 
     H       0.767287     -0.327944       1.919637 1375 
     H      -0.632125      0.791758       1.969007 1376 
     H       1.024651      1.429142       1.768449 1377 
     O       1.790240     -1.119270      -0.130133 1378 
     H       1.082058     -1.760223      -0.339347 1379 
Rotational constants (GHz):    3.1656900    2.1069900    1.7649300 1380 
Vibrational harmonic frequencies (cm-1): 1381 
     i275.3773                   63.9224                  132.4953             1382 
      149.5088                  169.1340                  201.6843             1383 
      223.1716                  284.0215                  339.3822             1384 
      366.5861                  397.0889                  425.8832             1385 
      556.2291                  821.8349                  940.0723             1386 
      954.5311                  983.1158                 1046.5636             1387 
     1094.3499                 1291.6607                 1312.5577             1388 
     1383.6452                 1392.8005                 1434.8346             1389 
     1446.5347                 1452.9307                 1458.0826             1390 
     1474.7502                 2087.1566                 3036.7020             1391 
     3043.0976                 3124.7127                 3132.0557             1392 
     3166.2819                 3188.6579                 3685.8797             1393 
Zero-point correction (Hartree): 0.105392 1394 
 1395 
TS.HOOdiMeCO.HOOdiMe+CO.pm 1396 
-------------------------- 1397 
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E(UM062X/CC-pVDZ) (Hartree): -382.01563265  1398 
Electronic state : 2-A 1399 
Cartesian coordinates (Angs): 1400 
     C      -0.191600      0.509292       0.021626 1401 
     C       1.149579     -1.150130      -0.169473 1402 
     C      -0.346377      0.596529       1.508683 1403 
     C       0.497339      1.616937      -0.707546 1404 
     O      -1.251935      0.052174      -0.718208 1405 
     O       2.237258     -0.841787       0.027389 1406 
     H       0.632112      0.791776       1.969009 1407 
     H      -0.767286     -0.327943       1.919638 1408 
     H      -1.024671      1.429139       1.768440 1409 
     H       0.535081      1.402248      -1.783761 1410 
     H       1.522734      1.725303      -0.325683 1411 
     H      -0.030231      2.575007      -0.560414 1412 
     O      -1.790238     -1.119271      -0.130134 1413 
     H      -1.082054     -1.760225      -0.339342 1414 
Rotational constants (GHz):    3.1656900    2.1069900    1.7649300 1415 
Vibrational harmonic frequencies (cm-1): 1416 
     i275.3780                   63.9209                  132.4936             1417 
      149.5082                  169.1331                  201.6827             1418 
      223.1713                  284.0217                  339.3822             1419 
      366.5862                  397.0894                  425.8835             1420 
      556.2292                  821.8350                  940.0723             1421 
      954.5309                  983.1157                 1046.5640             1422 
     1094.3502                 1291.6608                 1312.5575             1423 
     1383.6453                 1392.8006                 1434.8342             1424 
     1446.5349                 1452.9308                 1458.0825             1425 
     1474.7500                 2087.1570                 3036.7027             1426 
     3043.0985                 3124.7137                 3132.0565             1427 
     3166.2826                 3188.6577                 3685.8791             1428 
Zero-point correction (Hartree): 0.105392 1429 
 1430 
TS.HOOdiMeCO.HOOdiMe+CO.pp 1431 
-------------------------- 1432 
E(UM062X/CC-pVDZ) (Hartree): -382.01055256  1433 
Electronic state : 2-A 1434 
Cartesian coordinates (Angs): 1435 
     C      -0.260934      0.505507       0.066515 1436 
     C       1.400768     -0.502367      -0.783112 1437 
     C      -0.051615      0.314419       1.538266 1438 
     C      -0.133455      1.874486      -0.523515 1439 
     O      -1.338486     -0.122614      -0.506790 1440 
     O       2.223801     -0.739611      -0.018802 1441 
     H       0.938482      0.694431       1.823582 1442 
     H      -0.108195     -0.747133       1.805728 1443 
     H      -0.817619      0.869259       2.109708 1444 
     H      -0.149833      1.815399      -1.619753 1445 
     H       0.812347      2.331265      -0.201034 1446 
     H      -0.961348      2.526129      -0.193951 1447 
     O      -1.289489     -1.511436      -0.176239 1448 
     H      -2.209029     -1.652333       0.101438 1449 
Rotational constants (GHz):    2.9429200    2.2511700    1.7951100 1450 
Vibrational harmonic frequencies (cm-1): 1451 
     i324.6659                   24.5574                   49.2870             1452 
      114.7482                  162.6122                  184.0510             1453 
      187.3464                  214.8432                  268.2128             1454 
      345.6916                  373.4304                  404.7988             1455 
      541.9332                  820.4248                  938.6327             1456 
      948.2551                  984.4210                 1031.6275             1457 
     1092.0567                 1286.0031                 1288.8924             1458 
     1381.9162                 1386.0934                 1423.7913             1459 
     1437.6508                 1451.3671                 1456.2234             1460 
     1474.6964                 2082.3721                 3036.3661             1461 
     3041.0412                 3127.1402                 3137.9244             1462 
     3169.2575                 3185.8711                 3800.1009             1463 
Zero-point correction (Hartree): 0.104462 1464 
 1465 
TS.HOOdiMeCO.HOOdiMe+CO.tm 1466 
-------------------------- 1467 
E(UM062X/CC-pVDZ) (Hartree): -382.00590241  1468 
Electronic state : 2-A 1469 
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Cartesian coordinates (Angs): 1470 
     C      -0.131879     -0.313537       0.069016 1471 
     C       1.721367      0.032209      -0.773744 1472 
     C      -0.653945     -1.493614      -0.688987 1473 
     C       0.163086     -0.446898       1.530989 1474 
     O      -0.666427      0.908512      -0.291079 1475 
     O       2.448781      0.621536      -0.112385 1476 
     H       0.004367     -2.361767      -0.547928 1477 
     H      -0.700491     -1.258945      -1.761528 1478 
     H      -1.663111     -1.760484      -0.335967 1479 
     H       0.732842      0.423012       1.883853 1480 
     H       0.727392     -1.365632       1.741907 1481 
     H      -0.790648     -0.483831       2.085654 1482 
     O      -2.087642      0.871051       0.025941 1483 
     H      -2.459821      0.929899      -0.869449 1484 
Rotational constants (GHz):    3.8050800    1.7872600    1.6841400 1485 
Vibrational harmonic frequencies (cm-1): 1486 
     i390.8071                   32.7146                   61.1404             1487 
      167.1022                  172.4159                  188.2660             1488 
      207.2512                  217.1810                  264.9486             1489 
      314.5449                  373.2905                  454.5647             1490 
      553.2396                  793.7152                  838.8862             1491 
      927.2618                  960.7939                 1007.0835             1492 
     1084.1621                 1253.2195                 1277.1713             1493 
     1353.7838                 1379.3825                 1389.3371             1494 
     1435.3793                 1449.9354                 1454.7311             1495 
     1464.5708                 2093.5201                 3045.2035             1496 
     3056.4528                 3131.1280                 3137.5504             1497 
     3163.6636                 3171.3936                 3791.2382             1498 
Zero-point correction (Hartree): 0.104035 1499 
 1500 
TS.HOOdiMeCO.HOOdiMe+CO.tp 1501 
-------------------------- 1502 
E(UM062X/CC-pVDZ) (Hartree): -382.00590240  1503 
Electronic state : 2-A 1504 
Cartesian coordinates (Angs): 1505 
     C      -0.131877      0.313519       0.069028 1506 
     C       1.721341     -0.032261      -0.773785 1507 
     C       0.163138      0.446825       1.530996 1508 
     C      -0.653913      1.493636      -0.688932 1509 
     O      -0.666479     -0.908499      -0.291091 1510 
     O       2.448808     -0.621503      -0.112407 1511 
     H       0.727485      1.365532       1.741921 1512 
     H       0.732875     -0.423116       1.883816 1513 
     H      -0.790575      0.483775       2.085694 1514 
     H      -0.700403      1.259030      -1.761490 1515 
     H       0.004381      2.361789      -0.547788 1516 
     H      -1.663100      1.760473      -0.335948 1517 
     O      -2.087694     -0.870998       0.025926 1518 
     H      -2.459873     -0.929791      -0.869468 1519 
Rotational constants (GHz):    3.8051600    1.7872300    1.6841200 1520 
Vibrational harmonic frequencies (cm-1): 1521 
     i390.8044                   32.7223                   61.1308             1522 
      167.1028                  172.4225                  188.2682             1523 
      207.2604                  217.1920                  264.9495             1524 
      314.5504                  373.2875                  454.5606             1525 
      553.2373                  793.7157                  838.8835             1526 
      927.2593                  960.7970                 1007.0830             1527 
     1084.1620                 1253.2201                 1277.1721             1528 
     1353.7842                 1379.3828                 1389.3357             1529 
     1435.3788                 1449.9366                 1454.7306             1530 
     1464.5711                 2093.5197                 3045.2038             1531 
     3056.4525                 3131.1292                 3137.5498             1532 
     3163.6643                 3171.3946                 3791.2303             1533 
Zero-point correction (Hartree): 0.104035 1534 
 1535 
TS.HOOdiMeCO+O2.HOOdiMeCOOO.pmc 1536 
------------------------------- 1537 
E(UM062X/CC-pVDZ) (Hartree): -532.31240872  1538 
Electronic state : 2-A 1539 
Cartesian coordinates (Angs): 1540 
     C      -0.926589     -0.140720      -0.236126 1541 
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     C      -0.130980      0.985780       0.466465 1542 
     C      -2.136315     -0.503175       0.614815 1543 
     C      -1.281488      0.365517      -1.627958 1544 
     O      -0.070711     -1.238758      -0.447334 1545 
     O      -0.529396      1.944454       1.005433 1546 
     H      -2.742981      0.391082       0.808675 1547 
     H      -1.806964     -0.931864       1.568998 1548 
     H      -2.738224     -1.248925       0.076754 1549 
     H      -0.372952      0.662170      -2.168587 1550 
     H      -1.963189      1.222472      -1.553078 1551 
     H      -1.774699     -0.445764      -2.180684 1552 
     O       0.434461     -1.633745       0.820543 1553 
     H       1.371408     -1.378086       0.717226 1554 
     O       2.082616      0.806661      -0.373036 1555 
     O       2.693010     -0.193049      -0.077165 1556 
Rotational constants (GHz):    2.0256600    1.2888600    1.0822700 1557 
Vibrational harmonic frequencies (cm-1): 1558 
     i150.1904                   50.8885                   86.1785             1559 
      107.1204                  145.7569                  177.7375             1560 
      201.0923                  229.0883                  242.9804             1561 
      275.0964                  303.2415                  346.2054             1562 
      397.6873                  446.6471                  470.1159             1563 
      538.1466                  604.5499                  737.7110             1564 
      880.7258                  943.9014                  961.6964             1565 
      999.5176                 1053.6105                 1182.1844             1566 
     1230.6159                 1249.3750                 1369.5739             1567 
     1383.2017                 1440.3820                 1450.1922             1568 
     1455.1907                 1459.6583                 1483.1367             1569 
     1565.4492                 2023.6969                 3075.7261             1570 
     3078.0535                 3168.3737                 3170.1538             1571 
     3178.4461                 3186.3656                 3680.9887             1572 
Zero-point correction (Hartree): 0.113978 1573 
 1574 
TS.triMeCO+O2.triMeCOOO.c 1575 
------------------------- 1576 
E(UM062X/CC-pVDZ) (Hartree): -421.29321070  1577 
Electronic state : 2-A 1578 
Cartesian coordinates (Angs): 1579 
     C      -0.863735     -0.313461       0.000000 1580 
     C      -0.056167      0.984586      -0.000003 1581 
     C      -2.354751      0.029997       0.000002 1582 
     C      -0.463382     -1.089390      -1.260421 1583 
     C      -0.463378     -1.089386       1.260423 1584 
     O      -0.397307      2.106051      -0.000003 1585 
     H      -2.621554      0.617143      -0.889931 1586 
     H      -2.621551      0.617145       0.889935 1587 
     H      -2.947411     -0.897361       0.000004 1588 
     H       0.614263     -1.299251      -1.267141 1589 
     H      -0.721359     -0.527831      -2.170042 1590 
     H      -1.008024     -2.045304      -1.280473 1591 
     H      -0.721352     -0.527825       2.170042 1592 
     H       0.614267     -1.299247       1.267140 1593 
     H      -1.008020     -2.045300       1.280479 1594 
     O       2.260307      0.545504       0.000004 1595 
     O       2.590653     -0.617336      -0.000004 1596 
Rotational constants (GHz):    2.6279500    1.4290100    1.1632600 1597 
Vibrational harmonic frequencies (cm-1): 1598 
     i156.1208                   52.1460                   74.6805             1599 
      109.1479                  111.9505                  199.5623             1600 
      219.1732                  262.9247                  263.8228             1601 
      277.5356                  344.4905                  345.6736             1602 
      400.3827                  456.9154                  580.9289             1603 
      756.2834                  857.5942                  948.7804             1604 
      956.2018                  960.1794                 1029.4534             1605 
     1041.3487                 1229.4016                 1241.8514             1606 
     1260.5944                 1375.1404                 1376.2698             1607 
     1402.5133                 1445.2286                 1454.6910             1608 
     1459.3746                 1470.7213                 1473.0254             1609 
     1492.0636                 1565.3290                 2012.7911             1610 
     3060.6820                 3062.9905                 3064.5818             1611 
     3143.4071                 3143.7526                 3147.3910             1612 
     3157.3505                 3168.6357                 3170.3116             1613 
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Zero-point correction (Hartree): 0.133563 1614 
 1615 
TS.triMeCO+O2.triMeCOOO.t 1616 
------------------------- 1617 
E(UM062X/CC-pVDZ) (Hartree): -421.29345851  1618 
Electronic state : 2-A 1619 
Cartesian coordinates (Angs): 1620 
     C      -1.161570     -0.113007      -0.000000 1621 
     C       0.274762      0.412073       0.000000 1622 
     C      -2.131888      1.069030      -0.000009 1623 
     C      -1.315140     -0.975520      -1.256649 1624 
     C      -1.315144     -0.975504       1.256659 1625 
     O       0.695768      1.507060      -0.000001 1626 
     H      -1.982021      1.696752      -0.889626 1627 
     H      -1.982023      1.696764       0.889600 1628 
     H      -3.169373      0.701518      -0.000008 1629 
     H      -0.564600     -1.778681      -1.271077 1630 
     H      -1.198583     -0.373169      -2.169252 1631 
     H      -2.317562     -1.428952      -1.266967 1632 
     H      -1.198591     -0.373142       2.169255 1633 
     H      -0.564605     -1.778665       1.271100 1634 
     H      -2.317567     -1.428936       1.266979 1635 
     O       2.348129     -0.809398      -0.000001 1636 
     O       3.104704      0.122848       0.000001 1637 
Rotational constants (GHz):    3.1934500    1.1251100    1.0179000 1638 
Vibrational harmonic frequencies (cm-1): 1639 
      i77.1823                   22.2830                   46.4130             1640 
       85.8172                  121.7894                  195.4002             1641 
      229.7450                  254.9424                  269.5641             1642 
      285.1327                  344.2420                  347.6449             1643 
      398.8014                  466.6598                  579.8762             1644 
      758.9455                  857.3582                  948.1184             1645 
      955.2015                  958.9098                 1025.5058             1646 
     1041.4515                 1229.5315                 1242.0321             1647 
     1262.6146                 1374.1944                 1376.2503             1648 
     1403.1390                 1443.2791                 1452.7782             1649 
     1457.3431                 1468.4091                 1473.5193             1650 
     1490.1398                 1652.2659                 2006.1975             1651 
     3059.5428                 3059.8102                 3062.9507             1652 
     3144.9035                 3146.0140                 3148.5193             1653 
     3151.1400                 3152.5908                 3157.4197             1654 
Zero-point correction (Hartree): 0.133520 1655 
 1656 
 1657 
################################################################################# 1658 
E-HOCH=CHCH2CH2OO ring closure 1659 
################################################################################# 1660 
 1661 
HOCHCHCH2CH2OO.Ecpmc 1662 
~~~~~~~~~~~~~~~~~~~~ 1663 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13875016  1664 
Electronic state : 2-A 1665 
Cartesian coordinates (Angs): 1666 
     C      -1.464605     -0.422977       0.119382 1667 
     C      -1.214437      0.847892      -0.164136 1668 
     C       0.132747      1.506700      -0.092726 1669 
     C       1.242428      0.655855       0.476854 1670 
     O       1.542377     -0.394003      -0.472187 1671 
     O       2.422013     -1.221736      -0.000305 1672 
     O      -2.679471     -1.027466       0.067432 1673 
     H      -0.700741     -1.127820       0.419328 1674 
     H      -2.038291      1.479660      -0.483204 1675 
     H       0.436862      1.853511      -1.084376 1676 
     H       0.067173      2.402931       0.529284 1677 
     H       2.158746      1.227493       0.615094 1678 
     H       0.967614      0.177698       1.416724 1679 
     H      -3.347513     -0.392658      -0.208613 1680 
Rotational constants (GHz):    4.5202800    1.4779300    1.1717900 1681 
Vibrational harmonic frequencies (cm-1): 1682 
       48.1026                  124.2428                  131.8012             1683 
      214.6629                  263.0421                  302.0468             1684 
      395.1256                  448.3625                  524.2222             1685 



947 
 

      619.2420                  798.5684                  872.2430             1686 
      939.1204                  992.9402                 1001.4340             1687 
     1064.1514                 1112.3987                 1161.7700             1688 
     1229.2525                 1254.3525                 1293.3706             1689 
     1297.0187                 1350.5167                 1387.6863             1690 
     1403.8246                 1421.8062                 1476.3599             1691 
     1506.1178                 1767.7863                 3052.5511             1692 
     3078.7936                 3092.3963                 3144.1966             1693 
     3156.9067                 3222.3314                 3857.5254             1694 
Zero-point correction (Hartree): 0.111644 1695 
 1696 
HOCHCHCH2CH2OO.Ecpmt 1697 
~~~~~~~~~~~~~~~~~~~~ 1698 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13755268  1699 
Electronic state : 2-A 1700 
Cartesian coordinates (Angs): 1701 
     C      -1.459720     -0.380138       0.100018 1702 
     C      -1.195673      0.890109      -0.161260 1703 
     C       0.160351      1.527147      -0.087119 1704 
     C       1.259783      0.656818       0.472133 1705 
     O       1.538632     -0.395509      -0.482336 1706 
     O       2.331305     -1.292747       0.015563 1707 
     O      -2.730887     -0.869703       0.027081 1708 
     H      -0.695940     -1.096969       0.379060 1709 
     H      -2.021999      1.524596      -0.459245 1710 
     H       0.465324      1.880214      -1.076448 1711 
     H       0.109175      2.419006       0.542606 1712 
     H       2.186733      1.212246       0.607498 1713 
     H       0.982718      0.178054       1.410801 1714 
     H      -2.726850     -1.817098       0.170634 1715 
Rotational constants (GHz):    4.4196600    1.5059900    1.1816000 1716 
Vibrational harmonic frequencies (cm-1): 1717 
       42.0257                  126.7007                  135.7249             1718 
      206.3338                  235.5286                  286.2958             1719 
      312.5589                  394.5795                  519.4377             1720 
      621.7216                  802.1858                  879.4116             1721 
      933.8539                  972.8706                  994.0134             1722 
     1062.5462                 1111.2065                 1185.9560             1723 
     1215.4124                 1235.8830                 1286.2828             1724 
     1299.1804                 1353.5418                 1387.9902             1725 
     1389.6808                 1417.4445                 1475.1009             1726 
     1504.8745                 1790.0874                 3052.1121             1727 
     3078.1940                 3091.5871                 3143.5744             1728 
     3188.7776                 3190.6990                 3917.2498             1729 
Zero-point correction (Hartree): 0.111267 1730 
 1731 
HOCHCHCH2CH2OO.Ecppc 1732 
~~~~~~~~~~~~~~~~~~~~ 1733 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13947030  1734 
Electronic state : 2-A 1735 
Cartesian coordinates (Angs): 1736 
     C      -1.529484     -0.302489       0.170987 1737 
     C      -1.034845      0.811980      -0.349991 1738 
     C       0.374698      1.300939      -0.188853 1739 
     C       1.232616      0.510313       0.773581 1740 
     O       1.481866     -0.830752       0.290517 1741 
     O       2.258116     -0.821903      -0.748450 1742 
     O      -2.804690     -0.750430       0.033491 1743 
     H      -0.945277     -0.991818       0.765712 1744 
     H      -1.686990      1.431986      -0.958476 1745 
     H       0.886349      1.319515      -1.154593 1746 
     H       0.364612      2.334302       0.167739 1747 
     H       2.203798      0.980548       0.914588 1748 
     H       0.745164      0.362278       1.736279 1749 
     H      -3.307907     -0.136598      -0.510058 1750 
Rotational constants (GHz):    4.9983100    1.4387300    1.2663800 1751 
Vibrational harmonic frequencies (cm-1): 1752 
       67.8308                  117.8662                  148.3515             1753 
      204.1084                  269.3890                  314.1250             1754 
      431.1025                  446.1421                  535.4174             1755 
      625.5700                  811.4498                  862.5680             1756 
      928.0912                  984.7397                  995.4913             1757 
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     1037.2588                 1118.6221                 1160.2299             1758 
     1227.7424                 1248.8181                 1283.3823             1759 
     1316.4783                 1350.1384                 1390.1106             1760 
     1399.1873                 1413.6909                 1474.9318             1761 
     1494.2587                 1766.1610                 3055.8556             1762 
     3083.2992                 3099.4234                 3154.0351             1763 
     3155.0453                 3223.1537                 3859.8894             1764 
Zero-point correction (Hartree): 0.111753 1765 
 1766 
HOCHCHCH2CH2OO.Ecppt 1767 
~~~~~~~~~~~~~~~~~~~~ 1768 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13802000  1769 
Electronic state : 2-A 1770 
Cartesian coordinates (Angs): 1771 
     C      -1.529449     -0.270471       0.138609 1772 
     C      -1.022385      0.847727      -0.355323 1773 
     C       0.393919      1.310374      -0.189437 1774 
     C       1.239116      0.507328       0.773733 1775 
     O       1.461834     -0.842237       0.299354 1776 
     O       2.237854     -0.857438      -0.739800 1777 
     O      -2.840301     -0.599535      -0.051762 1778 
     H      -0.944052     -0.982245       0.709316 1779 
     H      -1.680273      1.480772      -0.939231 1780 
     H       0.906484      1.324864      -1.154913 1781 
     H       0.399687      2.343160       0.169092 1782 
     H       2.219956      0.958170       0.911539 1783 
     H       0.749641      0.373436       1.737641 1784 
     H      -3.013743     -1.474224       0.298727 1785 
Rotational constants (GHz):    4.9691000    1.4437000    1.2654800 1786 
Vibrational harmonic frequencies (cm-1): 1787 
       67.3447                  120.3136                  150.1679             1788 
      197.9145                  232.0141                  293.8005             1789 
      317.3200                  440.0979                  534.0222             1790 
      625.9645                  814.0036                  865.5497             1791 
      925.5620                  971.6286                  985.4511             1792 
     1035.0411                 1118.1520                 1185.3130             1793 
     1218.1745                 1229.5988                 1278.3390             1794 
     1313.1957                 1355.4120                 1387.3704             1795 
     1392.6868                 1407.0145                 1473.1566             1796 
     1491.9981                 1788.7664                 3055.7378             1797 
     3082.3562                 3098.1625                 3153.7357             1798 
     3187.0484                 3189.4940                 3917.0116             1799 
Zero-point correction (Hartree): 0.111400 1800 
 1801 
HOCHCHCH2CH2OO.Ectpc 1802 
~~~~~~~~~~~~~~~~~~~~ 1803 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13938546  1804 
Electronic state : 2-A 1805 
Cartesian coordinates (Angs): 1806 
     C       1.936312     -0.344147      -0.048058 1807 
     C       1.221437      0.766858       0.066513 1808 
     C      -0.268783      0.828034       0.220496 1809 
     C      -0.935101     -0.530449       0.227231 1810 
     O      -2.358621     -0.381508       0.409864 1811 
     O      -2.926371      0.085049      -0.659898 1812 
     O       3.285433     -0.418540      -0.190501 1813 
     H       1.502893     -1.335730      -0.039989 1814 
     H       1.740157      1.720866       0.048268 1815 
     H      -0.526798      1.344957       1.148427 1816 
     H      -0.706390      1.411545      -0.592537 1817 
     H      -0.780617     -1.069171      -0.707047 1818 
     H      -0.617071     -1.141356       1.070902 1819 
     H       3.661109      0.467113      -0.200841 1820 
Rotational constants (GHz):    9.8150100    0.9944200    0.9536900 1821 
Vibrational harmonic frequencies (cm-1): 1822 
       69.9008                  110.5973                  147.6182             1823 
      162.2996                  271.1103                  322.2673             1824 
      376.4266                  438.7931                  543.6010             1825 
      669.5200                  774.6993                  854.3725             1826 
      955.3967                  987.5271                  994.7808             1827 
     1101.3430                 1108.4992                 1158.9623             1828 
     1238.2333                 1253.1820                 1285.9201             1829 
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     1320.6570                 1340.1831                 1350.9176             1830 
     1403.4472                 1422.6524                 1492.0627             1831 
     1503.2176                 1766.7069                 3055.1602             1832 
     3089.3721                 3090.7007                 3150.9597             1833 
     3159.3541                 3214.6008                 3858.0659             1834 
Zero-point correction (Hartree): 0.111728 1835 
 1836 
HOCHCHCH2CH2OO.Ectpt 1837 
~~~~~~~~~~~~~~~~~~~~ 1838 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13741398  1839 
Electronic state : 2-A 1840 
Cartesian coordinates (Angs): 1841 
     C       1.939941     -0.306288      -0.043998 1842 
     C       1.212318      0.795109       0.054537 1843 
     C      -0.277420      0.841180       0.204218 1844 
     C      -0.931955     -0.522116       0.240755 1845 
     O      -2.357334     -0.384119       0.418383 1846 
     O      -2.929968      0.042776      -0.665264 1847 
     O       3.297206     -0.251505      -0.178406 1848 
     H       1.511880     -1.302568      -0.024448 1849 
     H       1.733897      1.744451       0.023800 1850 
     H      -0.541629      1.377099       1.119589 1851 
     H      -0.719151      1.403362      -0.621714 1852 
     H      -0.772293     -1.080333      -0.681255 1853 
     H      -0.609342     -1.110884       1.098530 1854 
     H       3.660101     -1.135645      -0.245271 1855 
Rotational constants (GHz):    9.8556000    0.9914600    0.9518100 1856 
Vibrational harmonic frequencies (cm-1): 1857 
       68.2076                  106.6733                  144.7125             1858 
      160.4354                  191.3743                  296.9736             1859 
      323.3690                  370.0179                  543.0483             1860 
      668.8520                  773.9917                  862.0336             1861 
      949.6565                  970.6268                  991.1841             1862 
     1100.9311                 1106.9279                 1182.2731             1863 
     1219.8489                 1238.4636                 1285.5997             1864 
     1318.8167                 1339.1135                 1355.0051             1865 
     1384.0531                 1421.4667                 1490.5967             1866 
     1501.8193                 1787.9223                 3055.0370             1867 
     3087.8865                 3089.4569                 3148.9799             1868 
     3179.5770                 3191.1718                 3919.9732             1869 
Zero-point correction (Hartree): 0.111234 1870 
 1871 
HOCHCHCH2CH2OO.Ecttc 1872 
~~~~~~~~~~~~~~~~~~~~ 1873 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13876938  1874 
Point group : CS 1875 
Electronic state : 2-A" 1876 
Cartesian coordinates (Angs): 1877 
     C      -0.771975     -1.802408       0.000000 1878 
     C       0.515982     -1.485695       0.000000 1879 
     C       1.065624     -0.090714       0.000000 1880 
     C      -0.000000      0.979201       0.000000 1881 
     O       0.681606      2.250581       0.000000 1882 
     O      -0.157836      3.238907       0.000000 1883 
     O      -1.288633     -3.057915       0.000000 1884 
     H      -1.565508     -1.066926       0.000000 1885 
     H       1.246994     -2.288398       0.000000 1886 
     H       1.705699      0.056392       0.873368 1887 
     H       1.705699      0.056392      -0.873368 1888 
     H      -0.628043      0.945712      -0.890070 1889 
     H      -0.628043      0.945712       0.890070 1890 
     H      -0.575674     -3.703771       0.000000 1891 
Rotational constants (GHz):    9.0291200    0.9776300    0.8918700 1892 
Vibrational harmonic frequencies (cm-1): 1893 
       73.9734 (  A")           103.8979 (  A")           122.8267 (  A')      1894 
      131.4241 (  A")           268.2891 (  A")           288.7826 (  A')      1895 
      369.1405 (  A')           428.2408 (  A")           526.8094 (  A')      1896 
      646.7481 (  A')           765.5339 (  A")           849.9082 (  A")      1897 
      979.3574 (  A')           985.2831 (  A")          1031.1827 (  A')      1898 
     1082.6697 (  A")          1125.1460 (  A')          1161.8411 (  A')      1899 
     1227.6135 (  A")          1258.5921 (  A')          1296.4638 (  A')      1900 
     1307.5496 (  A")          1331.8992 (  A')          1351.7050 (  A')      1901 
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     1404.0158 (  A')          1431.0892 (  A')          1498.7546 (  A')      1902 
     1512.6102 (  A')          1765.5679 (  A')          3055.2827 (  A')      1903 
     3083.1958 (  A')          3084.1565 (  A")          3140.6048 (  A")      1904 
     3162.7702 (  A')          3218.6361 (  A')          3860.5767 (  A')      1905 
Zero-point correction (Hartree): 0.111476 1906 
 1907 
HOCHCHCH2CH2OO.Ecttt 1908 
~~~~~~~~~~~~~~~~~~~~ 1909 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13700871  1910 
Point group : CS 1911 
Electronic state : 2-A" 1912 
Cartesian coordinates (Angs): 1913 
     C      -0.730667     -1.816974       0.000000 1914 
     C       0.550123     -1.482173       0.000000 1915 
     C       1.078835     -0.080256       0.000000 1916 
     C      -0.000000      0.976032       0.000000 1917 
     O       0.661347      2.258959       0.000000 1918 
     O      -0.193057      3.234275       0.000000 1919 
     O      -1.122947     -3.123534       0.000000 1920 
     H      -1.532954     -1.087177       0.000000 1921 
     H       1.278914     -2.283852       0.000000 1922 
     H       1.717525      0.073764       0.873326 1923 
     H       1.717525      0.073764      -0.873326 1924 
     H      -0.627193      0.934602      -0.890543 1925 
     H      -0.627193      0.934602       0.890543 1926 
     H      -2.079119     -3.183081       0.000000 1927 
Rotational constants (GHz):    9.0451300    0.9756500    0.8903900 1928 
Vibrational harmonic frequencies (cm-1): 1929 
       78.1147 (  A")           105.6336 (  A")           123.3877 (  A')      1930 
      141.6512 (  A")           214.4010 (  A")           288.1418 (  A')      1931 
      304.9511 (  A")           364.9563 (  A')           524.9464 (  A')      1932 
      646.4276 (  A')           765.6786 (  A")           858.0770 (  A")      1933 
      969.0092 (  A")           971.9698 (  A')          1029.4277 (  A')      1934 
     1082.5480 (  A")          1124.5327 (  A')          1184.5187 (  A')      1935 
     1224.9998 (  A')          1228.0631 (  A")          1296.3103 (  A')      1936 
     1306.9655 (  A")          1329.6117 (  A')          1356.7021 (  A')      1937 
     1384.6632 (  A')          1429.1669 (  A')          1497.5473 (  A')      1938 
     1511.9850 (  A')          1787.3630 (  A')          3054.9617 (  A')      1939 
     3080.6423 (  A')          3083.6770 (  A")          3137.9846 (  A")      1940 
     3181.5268 (  A')          3193.1579 (  A')          3919.4957 (  A')      1941 
Zero-point correction (Hartree): 0.111136 1942 
 1943 
HOCHCHCH2CH2OO.Egppc 1944 
~~~~~~~~~~~~~~~~~~~~ 1945 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59741321  1946 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53562656  1947 
     T1 diagnostic:  0.021635  1948 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49135115  1949 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52284012  1950 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49450832  1951 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52470252  1952 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13366994  1953 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.12852112  1954 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14077322  1955 
Electronic state : 2-A 1956 
Cartesian coordinates (Angs): 1957 
     C       1.710511     -0.236631       0.326987 1958 
     C       0.944346      0.767676      -0.075868 1959 
     C      -0.364970      1.093381       0.572448 1960 
     C      -1.559565      0.810304      -0.322689 1961 
     O      -1.648835     -0.595790      -0.641420 1962 
     O      -1.913557     -1.302412       0.413399 1963 
     O       2.897580     -0.615656      -0.206873 1964 
     H       1.435802     -0.870144       1.161279 1965 
     H       1.254587      1.369726      -0.925861 1966 
     H      -0.486348      0.518270       1.490682 1967 
     H      -0.411223      2.150053       0.846885 1968 
     H      -2.497548      1.093650       0.152897 1969 
     H      -1.469744      1.294969      -1.293789 1970 
     H       3.111038     -0.054046      -0.958204 1971 
Rotational constants (GHz):    4.8942000    1.4051200    1.2198500 1972 
Vibrational harmonic frequencies (cm-1): 1973 
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       48.4327                   73.9465                  138.6868             1974 
      203.0000                  282.0698                  338.0806             1975 
      432.5349                  464.7401                  534.2373             1976 
      576.6960                  817.7682                  871.9379             1977 
      917.7207                  978.5767                  989.2948             1978 
     1056.1982                 1130.6006                 1160.8082             1979 
     1215.2377                 1261.8162                 1278.7131             1980 
     1308.6740                 1341.0988                 1362.0063             1981 
     1399.2443                 1409.4212                 1476.6644             1982 
     1490.7193                 1764.6782                 3063.6467             1983 
     3091.5359                 3117.6738                 3151.0787             1984 
     3153.2238                 3205.8634                 3858.7646             1985 
Zero-point correction (Hartree): 0.111551 1986 
 1987 
HOCHCHCH2CH2OO.Egppt 1988 
~~~~~~~~~~~~~~~~~~~~ 1989 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13943708  1990 
Electronic state : 2-A 1991 
Cartesian coordinates (Angs): 1992 
     C       1.687236     -0.201097       0.290896 1993 
     C       0.928303      0.817527      -0.079823 1994 
     C      -0.388725      1.111221       0.566132 1995 
     C      -1.573046      0.788725      -0.329917 1996 
     O      -1.625150     -0.623845      -0.632210 1997 
     O      -1.858347     -1.327385       0.431741 1998 
     O       2.875457     -0.478173      -0.312634 1999 
     H       1.391623     -0.864289       1.097960 2000 
     H       1.258737      1.441503      -0.902645 2001 
     H      -0.499833      0.540022       1.488258 2002 
     H      -0.463606      2.168069       0.832364 2003 
     H      -2.520100      1.052277       0.139199 2004 
     H      -1.491630      1.262981      -1.306601 2005 
     H       3.266520     -1.263601       0.072556 2006 
Rotational constants (GHz):    4.8400900    1.4303100    1.2324500 2007 
Vibrational harmonic frequencies (cm-1): 2008 
       47.9251                   75.1564                  145.3360             2009 
      199.4227                  255.2148                  299.2435             2010 
      337.1138                  454.6666                  532.7269             2011 
      576.7199                  824.7387                  880.4943             2012 
      914.9683                  965.1112                  979.4742             2013 
     1051.9435                 1134.6384                 1179.6874             2014 
     1207.3830                 1246.9137                 1270.9962             2015 
     1304.0541                 1339.5274                 1365.6406             2016 
     1395.8855                 1399.3995                 1477.7779             2017 
     1490.5910                 1787.2229                 3065.8359             2018 
     3092.1485                 3116.9292                 3153.6702             2019 
     3169.3150                 3183.6903                 3915.4862             2020 
Zero-point correction (Hartree): 0.111259 2021 
 2022 
HOCHCHCH2CH2OO.Egptt 2023 
~~~~~~~~~~~~~~~~~~~~ 2024 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13810416  2025 
Electronic state : 2-A 2026 
Cartesian coordinates (Angs): 2027 
     C       1.871289     -0.153176       0.329989 2028 
     C       1.054218      0.635267      -0.348775 2029 
     C      -0.127526      1.310639       0.274269 2030 
     C      -1.450685      0.761239      -0.222213 2031 
     O      -1.582532     -0.580829       0.295585 2032 
     O      -2.656826     -1.158544      -0.143306 2033 
     O       2.936654     -0.767166      -0.254017 2034 
     H       1.728227     -0.344927       1.388712 2035 
     H       1.232642      0.780890      -1.408353 2036 
     H      -0.094393      1.210822       1.360925 2037 
     H      -0.117389      2.380612       0.054960 2038 
     H      -2.303019      1.331426       0.145625 2039 
     H      -1.494215      0.695959      -1.308917 2040 
     H       3.386003     -1.326284       0.381331 2041 
Rotational constants (GHz):    5.3088800    1.2317300    1.0613900 2042 
Vibrational harmonic frequencies (cm-1): 2043 
       44.1585                   72.5962                  110.5274             2044 
      188.9176                  240.8283                  278.9011             2045 
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      332.8114                  396.6938                  537.4121             2046 
      566.3702                  818.6533                  871.5105             2047 
      917.0749                  963.8968                 1031.6287             2048 
     1067.3404                 1123.0761                 1179.5649             2049 
     1205.2590                 1250.2644                 1276.6812             2050 
     1299.0977                 1337.7871                 1364.5492             2051 
     1392.9945                 1406.0468                 1473.0211             2052 
     1500.3771                 1790.1720                 3062.0313             2053 
     3083.9850                 3105.3708                 3142.0309             2054 
     3170.7630                 3183.3007                 3917.6972             2055 
Zero-point correction (Hartree): 0.110954 2056 
 2057 
HOCHCHCH2CH2OO.Elmmc 2058 
~~~~~~~~~~~~~~~~~~~~ 2059 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59783370  2060 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53613947  2061 
     T1 diagnostic:  0.021613  2062 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49167334  2063 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52332066  2064 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49483364  2065 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52518461  2066 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13467350  2067 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.12952628  2068 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14119558  2069 
Electronic state : 2-A 2070 
Cartesian coordinates (Angs): 2071 
     C       2.124153      0.276916      -0.042485 2072 
     C       0.874173     -0.099991      -0.272337 2073 
     C      -0.241856      0.871925      -0.502115 2074 
     C      -1.331538      0.777029       0.551962 2075 
     O      -1.920688     -0.543726       0.557753 2076 
     O      -2.625917     -0.751207      -0.511793 2077 
     O       3.188259     -0.535457       0.177972 2078 
     H       2.419325      1.318728      -0.015007 2079 
     H       0.628268     -1.157591      -0.294153 2080 
     H       0.142333      1.893574      -0.495348 2081 
     H      -0.708634      0.706852      -1.475186 2082 
     H      -0.933191      0.894050       1.558058 2083 
     H      -2.137311      1.487177       0.372899 2084 
     H       2.906379     -1.454950       0.147128 2085 
Rotational constants (GHz):    7.1870100    1.0976100    1.0399700 2086 
Vibrational harmonic frequencies (cm-1): 2087 
       56.8155                   83.9327                  145.6926             2088 
      184.7958                  282.8152                  330.2073             2089 
      441.3317                  475.5827                  532.5543             2090 
      584.2154                  819.8312                  856.1046             2091 
      908.1255                  989.8147                  997.8385             2092 
     1093.6706                 1120.4717                 1158.1126             2093 
     1207.1273                 1245.8661                 1294.7724             2094 
     1306.4289                 1340.7014                 1365.5644             2095 
     1394.4322                 1413.1006                 1474.5714             2096 
     1489.2539                 1763.9730                 3068.0372             2097 
     3093.6743                 3112.8341                 3158.6898             2098 
     3163.9251                 3203.8754                 3858.7945             2099 
Zero-point correction (Hartree): 0.111670 2100 
 2101 
HOCHCHCH2CH2OO.Elmmt 2102 
~~~~~~~~~~~~~~~~~~~~ 2103 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13870637  2104 
Electronic state : 2-A 2105 
Cartesian coordinates (Angs): 2106 
     C       2.125235      0.248322      -0.058651 2107 
     C       0.872717     -0.128232      -0.259321 2108 
     C      -0.238762      0.845137      -0.498006 2109 
     C      -1.328976      0.766348       0.557172 2110 
     O      -1.950491     -0.538911       0.551717 2111 
     O      -2.674554     -0.711942      -0.511242 2112 
     O       3.126265     -0.649485       0.162286 2113 
     H       2.416229      1.294412      -0.065456 2114 
     H       0.636743     -1.185922      -0.247669 2115 
     H       0.146936      1.866620      -0.504487 2116 
     H      -0.709261      0.670049      -1.467856 2117 
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     H      -0.927013      0.865361       1.563809 2118 
     H      -2.117523      1.497240       0.384897 2119 
     H       3.962841     -0.194512       0.267517 2120 
Rotational constants (GHz):    7.4165000    1.0823000    1.0299300 2121 
Vibrational harmonic frequencies (cm-1): 2122 
       58.1094                   83.5004                  145.1692             2123 
      179.0405                  261.2688                  283.6740             2124 
      343.9772                  473.3522                  529.3861             2125 
      579.8470                  819.7825                  865.7344             2126 
      908.1426                  967.9874                  997.4035             2127 
     1095.1717                 1120.2871                 1176.8371             2128 
     1197.1457                 1237.6120                 1272.9478             2129 
     1306.9577                 1339.9534                 1366.4940             2130 
     1393.0371                 1401.3962                 1474.2716             2131 
     1488.3671                 1786.6412                 3064.6038             2132 
     3092.0681                 3109.0438                 3157.2482             2133 
     3166.1291                 3193.1663                 3917.7310             2134 
Zero-point correction (Hartree): 0.111296 2135 
 2136 
HOCHCHCH2CH2OO.Elmpc 2137 
~~~~~~~~~~~~~~~~~~~~ 2138 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14045498  2139 
Electronic state : 2-A 2140 
Cartesian coordinates (Angs): 2141 
     C       1.990995      0.290723       0.147957 2142 
     C       0.783071      0.146789      -0.378955 2143 
     C      -0.267488      1.210011      -0.300446 2144 
     C      -1.511384      0.771514       0.459024 2145 
     O      -2.173244     -0.296686      -0.251029 2146 
     O      -1.760532     -1.467795       0.130963 2147 
     O       2.994221     -0.622237       0.132025 2148 
     H       2.297937      1.195879       0.657647 2149 
     H       0.524123     -0.780504      -0.880382 2150 
     H       0.132568      2.092020       0.204050 2151 
     H      -0.576875      1.525457      -1.299715 2152 
     H      -1.276596      0.401779       1.454863 2153 
     H      -2.249624      1.570606       0.506442 2154 
     H       2.693745     -1.425720      -0.304047 2155 
Rotational constants (GHz):    5.3864800    1.3147700    1.1153500 2156 
Vibrational harmonic frequencies (cm-1): 2157 
       63.8294                   89.1137                  132.6084             2158 
      185.0105                  288.9820                  340.3975             2159 
      444.6962                  474.8875                  529.9831             2160 
      562.1000                  845.9667                  860.7239             2161 
      884.3868                  990.1286                 1016.3122             2162 
     1084.0668                 1116.5833                 1160.1911             2163 
     1213.2703                 1237.8761                 1291.0053             2164 
     1322.3524                 1344.0177                 1370.2374             2165 
     1386.2854                 1415.5074                 1472.7173             2166 
     1485.0646                 1763.5710                 3057.6900             2167 
     3092.6181                 3104.3023                 3161.1612             2168 
     3167.6961                 3201.1436                 3857.5971             2169 
Zero-point correction (Hartree): 0.111662 2170 
 2171 
HOCHCHCH2CH2OO.Elmpt 2172 
~~~~~~~~~~~~~~~~~~~~ 2173 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13752742  2174 
Electronic state : 2-A 2175 
Cartesian coordinates (Angs): 2176 
     C       1.989507      0.262297       0.130044 2177 
     C       0.777124      0.125563      -0.382394 2178 
     C      -0.261349      1.198630      -0.291182 2179 
     C      -1.508613      0.770590       0.468626 2180 
     O      -2.193658     -0.275300      -0.251268 2181 
     O      -1.812128     -1.459012       0.124798 2182 
     O       2.930095     -0.719142       0.038424 2183 
     H       2.295569      1.168905       0.643384 2184 
     H       0.522343     -0.800812      -0.883005 2185 
     H       0.147817      2.075144       0.216406 2186 
     H      -0.571089      1.522324      -1.287893 2187 
     H      -1.275494      0.383278       1.458211 2188 
     H      -2.231510      1.582752       0.531264 2189 
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     H       3.737879     -0.446456       0.475440 2190 
Rotational constants (GHz):    5.4572000    1.2998800    1.1070100 2191 
Vibrational harmonic frequencies (cm-1): 2192 
       64.2559                   86.3268                  130.5274             2193 
      178.1882                  258.9797                  287.9710             2194 
      353.5359                  474.4244                  526.6953             2195 
      558.9309                  844.4467                  871.0567             2196 
      882.9824                  970.8423                 1018.2529             2197 
     1084.6321                 1117.4167                 1179.0426             2198 
     1201.6086                 1237.9409                 1264.4799             2199 
     1319.0775                 1345.9730                 1370.6756             2200 
     1385.7920                 1403.8346                 1472.6167             2201 
     1484.7002                 1785.9588                 3055.0045             2202 
     3090.6026                 3101.1149                 3159.7897             2203 
     3162.9384                 3196.9708                 3918.7962             2204 
Zero-point correction (Hartree): 0.111280 2205 
 2206 
HOCHCHCH2CH2OO.Elmtc 2207 
~~~~~~~~~~~~~~~~~~~~ 2208 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14044555  2209 
Electronic state : 2-A 2210 
Cartesian coordinates (Angs): 2211 
     C       2.175963      0.186009       0.179724 2212 
     C       0.978214      0.057207      -0.373761 2213 
     C      -0.069240      1.126498      -0.303036 2214 
     C      -1.324123      0.674537       0.417155 2215 
     O      -1.901820     -0.397832      -0.361864 2216 
     O      -2.954285     -0.892729       0.211247 2217 
     O       3.175990     -0.730064       0.170248 2218 
     H       2.475424      1.081714       0.710223 2219 
     H       0.723648     -0.859065      -0.897583 2220 
     H       0.322422      1.997960       0.224062 2221 
     H      -0.351103      1.458940      -1.304999 2222 
     H      -1.111008      0.276191       1.408134 2223 
     H      -2.073764      1.462124       0.484559 2224 
     H       2.890411     -1.518371      -0.301936 2225 
Rotational constants (GHz):    7.0870600    1.0463600    0.9597700 2226 
Vibrational harmonic frequencies (cm-1): 2227 
       49.5994                   90.3886                  116.2541             2228 
      189.2059                  270.1401                  329.0272             2229 
      396.3809                  452.8971                  546.4457             2230 
      570.7131                  812.1939                  856.0773             2231 
      929.8350                  991.5934                 1033.3265             2232 
     1078.2671                 1125.6248                 1160.3652             2233 
     1217.0645                 1246.0738                 1296.9406             2234 
     1298.3373                 1341.4574                 1365.5075             2235 
     1398.7018                 1414.1608                 1472.0318             2236 
     1501.0744                 1763.3001                 3060.7044             2237 
     3085.6154                 3109.2440                 3146.6216             2238 
     3165.8735                 3201.7740                 3857.2177             2239 
Zero-point correction (Hartree): 0.111494 2240 
 2241 
HOCHCHCH2CH2OO.Elmtt 2242 
~~~~~~~~~~~~~~~~~~~~ 2243 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13798496  2244 
Electronic state : 2-A 2245 
Cartesian coordinates (Angs): 2246 
     C       2.173117      0.167424       0.157258 2247 
     C       0.970963      0.041464      -0.381228 2248 
     C      -0.072376      1.111851      -0.290724 2249 
     C      -1.324757      0.656602       0.432221 2250 
     O      -1.926112     -0.388564      -0.364734 2251 
     O      -2.984436     -0.874250       0.205234 2252 
     O       3.112428     -0.815310       0.071604 2253 
     H       2.470110      1.065938       0.689801 2254 
     H       0.724771     -0.874854      -0.904278 2255 
     H       0.322664      1.978532       0.242455 2256 
     H      -0.361053      1.454522      -1.287458 2257 
     H      -1.105852      0.232019       1.411023 2258 
     H      -2.063330      1.451864       0.527200 2259 
     H       3.915968     -0.547075       0.519265 2260 
Rotational constants (GHz):    7.2581100    1.0369700    0.9544000 2261 
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Vibrational harmonic frequencies (cm-1): 2262 
       51.3622                   91.4555                  114.8537             2263 
      180.4182                  259.3054                  273.7506             2264 
      340.7793                  398.9651                  541.7653             2265 
      570.7578                  811.9286                  867.1642             2266 
      927.9807                  970.4569                 1033.7417             2267 
     1079.4163                 1128.4707                 1178.0868             2268 
     1206.8534                 1237.1343                 1279.3676             2269 
     1297.4922                 1339.9602                 1367.0724             2270 
     1398.1003                 1403.2247                 1471.8138             2271 
     1500.6779                 1786.2808                 3058.6410             2272 
     3085.1347                 3105.6017                 3145.9876             2273 
     3164.0356                 3195.5698                 3917.2662             2274 
Zero-point correction (Hartree): 0.111131 2275 
 2276 
HOCHCHCH2CH2OO.Elpmc 2277 
~~~~~~~~~~~~~~~~~~~~ 2278 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14031527  2279 
Electronic state : 2-A 2280 
Cartesian coordinates (Angs): 2281 
     C      -1.716898      0.146092      -0.385021 2282 
     C      -0.768732      0.610804       0.416624 2283 
     C       0.428961      1.348511      -0.088900 2284 
     C       1.742575      0.638342       0.211557 2285 
     O       1.802244     -0.622303      -0.477781 2286 
     O       1.259329     -1.577483       0.218050 2287 
     O      -2.823031     -0.544588      -0.015065 2288 
     H      -1.686140      0.288376      -1.458048 2289 
     H      -0.834430      0.427859       1.485386 2290 
     H       0.348477      1.499505      -1.166609 2291 
     H       0.496962      2.339651       0.368448 2292 
     H       2.593005      1.204843      -0.164387 2293 
     H       1.864156      0.433781       1.274056 2294 
     H      -2.805809     -0.701510       0.933953 2295 
Rotational constants (GHz):    4.6279400    1.5523400    1.2629400 2296 
Vibrational harmonic frequencies (cm-1): 2297 
       62.2880                   96.0757                  108.9101             2298 
      193.1536                  290.6709                  350.8344             2299 
      422.9886                  466.9158                  540.3184             2300 
      553.9728                  824.1871                  861.6162             2301 
      942.6393                  983.8111                  993.8037             2302 
     1040.3522                 1132.5951                 1164.1930             2303 
     1225.5704                 1237.3195                 1280.0041             2304 
     1318.0575                 1343.4109                 1360.5222             2305 
     1394.6357                 1413.1371                 1473.5582             2306 
     1485.7583                 1764.5370                 3051.7259             2307 
     3091.9388                 3105.8278                 3154.9038             2308 
     3159.3070                 3207.7406                 3860.3590             2309 
Zero-point correction (Hartree): 0.111534 2310 
 2311 
HOCHCHCH2CH2OO.Elpmt 2312 
~~~~~~~~~~~~~~~~~~~~ 2313 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13829904  2314 
Electronic state : 2-A 2315 
Cartesian coordinates (Angs): 2316 
     C       1.679246      0.110683       0.354616 2317 
     C       0.765612      0.682938      -0.412719 2318 
     C      -0.448739      1.353033       0.142140 2319 
     C      -1.743553      0.626339      -0.199469 2320 
     O      -1.783544     -0.650949       0.461241 2321 
     O      -1.236397     -1.586352      -0.258257 2322 
     O       2.781777     -0.496873      -0.162806 2323 
     H       1.592392      0.106015       1.436620 2324 
     H       0.886845      0.636445      -1.488836 2325 
     H      -0.374506      1.436458       1.227989 2326 
     H      -0.541797      2.369393      -0.249760 2327 
     H      -2.611147      1.164789       0.178867 2328 
     H      -1.844907      0.444686      -1.267936 2329 
     H       3.283043     -0.922361       0.534221 2330 
Rotational constants (GHz):    4.5792500    1.5738300    1.2710500 2331 
Vibrational harmonic frequencies (cm-1): 2332 
       56.7528                   97.4223                  108.0751             2333 
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      185.1658                  241.9628                  299.6491             2334 
      352.1428                  462.0451                  539.3009             2335 
      549.7923                  828.6190                  865.8652             2336 
      946.9980                  961.6997                  986.9639             2337 
     1038.2792                 1136.0127                 1180.7630             2338 
     1211.3605                 1235.3846                 1257.8402             2339 
     1313.9456                 1340.3052                 1361.4416             2340 
     1392.6747                 1399.1790                 1473.5968             2341 
     1484.3704                 1787.1973                 3054.9106             2342 
     3091.7525                 3103.3339                 3155.9447             2343 
     3170.1119                 3189.6327                 3917.6516             2344 
Zero-point correction (Hartree): 0.111125 2345 
 2346 
HOCHCHCH2CH2OO.Elptc 2347 
~~~~~~~~~~~~~~~~~~~~ 2348 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13968393  2349 
Electronic state : 2-A 2350 
Cartesian coordinates (Angs): 2351 
     C      -1.897069     -0.144664      -0.371056 2352 
     C      -1.056654      0.583217       0.350585 2353 
     C       0.114627      1.304085      -0.242630 2354 
     C       1.447573      0.762783       0.234917 2355 
     O       1.597683     -0.567063      -0.306902 2356 
     O       2.675606     -1.139922       0.129742 2357 
     O      -2.970820     -0.834603       0.085399 2358 
     H      -1.789832     -0.253802      -1.443022 2359 
     H      -1.197984      0.654553       1.425816 2360 
     H       0.080097      1.244268      -1.331847 2361 
     H       0.085634      2.364985       0.016705 2362 
     H       2.288937      1.353669      -0.125466 2363 
     H       1.498795      0.678604       1.320216 2364 
     H      -3.036259     -0.742095       1.040786 2365 
Rotational constants (GHz):    5.3681500    1.2172800    1.0551600 2366 
Vibrational harmonic frequencies (cm-1): 2367 
       47.1882                   74.8600                  110.7871             2368 
      204.1682                  265.0175                  334.2196             2369 
      391.4892                  446.2482                  540.5382             2370 
      567.6268                  814.9271                  863.6201             2371 
      917.8374                  988.6263                 1035.2476             2372 
     1069.2262                 1122.3981                 1159.4625             2373 
     1215.5601                 1267.2054                 1288.0298             2374 
     1298.6105                 1341.6350                 1362.4937             2375 
     1398.3535                 1414.8400                 1472.9430             2376 
     1500.9427                 1766.3020                 3062.0597             2377 
     3082.9820                 3106.9162                 3140.2931             2378 
     3153.5250                 3208.4551                 3860.2757             2379 
Zero-point correction (Hartree): 0.111391 2380 
 2381 
HOCHCHCH2CH2OO.Eltmc 2382 
~~~~~~~~~~~~~~~~~~~~ 2383 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59757712  2384 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53594843  2385 
     T1 diagnostic:  0.021541  2386 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49136426  2387 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52330142  2388 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49452390  2389 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52516264  2390 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13519483  2391 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.13005206  2392 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14085582  2393 
Electronic state : 2-A 2394 
Cartesian coordinates (Angs): 2395 
     C      -2.116996      0.458740       0.023049 2396 
     C      -1.201545     -0.458753       0.304944 2397 
     C       0.215959     -0.116171       0.646310 2398 
     C       1.167619     -0.590526      -0.439314 2399 
     O       2.539002     -0.357420      -0.056058 2400 
     O       2.828865      0.907518      -0.091009 2401 
     O      -3.413943      0.237036      -0.302756 2402 
     H      -1.893836      1.518356       0.037417 2403 
     H      -1.476744     -1.509855       0.279228 2404 
     H       0.330920      0.961839       0.759748 2405 
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     H       0.510763     -0.579923       1.590163 2406 
     H       1.107798     -1.667516      -0.590321 2407 
     H       0.992433     -0.071408      -1.380229 2408 
     H      -3.592948     -0.708296      -0.307352 2409 
Rotational constants (GHz):   10.0368700    0.9316200    0.9000000 2410 
Vibrational harmonic frequencies (cm-1): 2411 
       62.6193                   86.0716                  114.6904             2412 
      178.5780                  307.7151                  321.7048             2413 
      372.5639                  446.0057                  522.6093             2414 
      624.6712                  795.8463                  850.8975             2415 
      958.7976                  991.0461                 1019.8069             2416 
     1068.2658                 1129.2750                 1160.1231             2417 
     1220.7535                 1266.9190                 1283.4531             2418 
     1312.2745                 1329.5215                 1347.5466             2419 
     1395.5665                 1412.2663                 1485.2413             2420 
     1499.6656                 1761.8549                 3064.9628             2421 
     3093.7449                 3118.4546                 3151.9409             2422 
     3157.1601                 3205.8173                 3858.7043             2423 
Zero-point correction (Hartree): 0.111578 2424 
 2425 
HOCHCHCH2CH2OO.Eltmt 2426 
~~~~~~~~~~~~~~~~~~~~ 2427 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13929131  2428 
Electronic state : 2-A 2429 
Cartesian coordinates (Angs): 2430 
     C      -2.116572      0.416829       0.046261 2431 
     C      -1.191134     -0.498223       0.288145 2432 
     C       0.220217     -0.150112       0.644152 2433 
     C       1.178600     -0.580618      -0.453727 2434 
     O       2.546494     -0.334731      -0.064552 2435 
     O       2.817275      0.934757      -0.071963 2436 
     O      -3.393009      0.084359      -0.290855 2437 
     H      -1.898587      1.478277       0.110791 2438 
     H      -1.466099     -1.544455       0.212146 2439 
     H       0.326348      0.924914       0.792302 2440 
     H       0.517839     -0.642064       1.572851 2441 
     H       1.135422     -1.653914      -0.632830 2442 
     H       0.995182     -0.039785      -1.380697 2443 
     H      -3.922847      0.874692      -0.404589 2444 
Rotational constants (GHz):   10.0574900    0.9318000    0.9003200 2445 
Vibrational harmonic frequencies (cm-1): 2446 
       62.7043                   88.0215                  115.2441             2447 
      181.9248                  265.8166                  316.5343             2448 
      323.3749                  385.1449                  520.7013             2449 
      621.7596                  796.6855                  865.7763             2450 
      956.6579                  970.6860                 1017.8475             2451 
     1067.6172                 1133.8664                 1179.0186             2452 
     1212.3615                 1246.3360                 1283.4095             2453 
     1299.5434                 1330.5167                 1356.9055             2454 
     1382.7914                 1407.6503                 1484.8791             2455 
     1499.8352                 1785.0922                 3063.0106             2456 
     3094.1621                 3115.4457                 3156.4935             2457 
     3171.1139                 3181.9716                 3915.6844             2458 
Zero-point correction (Hartree): 0.111303 2459 
 2460 
HOCHCHCH2CH2OO.Eltpc 2461 
~~~~~~~~~~~~~~~~~~~~ 2462 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59774833  2463 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53608544  2464 
     T1 diagnostic:  0.021615  2465 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49148884  2466 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52339626  2467 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49466624  2468 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52527544  2469 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13522254  2470 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.13007016  2471 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14108463  2472 
Electronic state : 2-A 2473 
Cartesian coordinates (Angs): 2474 
     C       2.234338      0.135592      -0.357583 2475 
     C       1.152266     -0.409745       0.181764 2476 
     C      -0.208548     -0.304048      -0.433368 2477 
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     C      -1.139220      0.517425       0.443306 2478 
     O      -2.467277      0.557499      -0.118814 2479 
     O      -3.071055     -0.583770       0.015422 2480 
     O       3.496844      0.090426       0.134221 2481 
     H       2.198969      0.685380      -1.290008 2482 
     H       1.240777     -0.954326       1.118051 2483 
     H      -0.143183      0.158791      -1.418965 2484 
     H      -0.656921     -1.291129      -0.560283 2485 
     H      -1.221690      0.101001       1.446713 2486 
     H      -0.828505      1.559128       0.495662 2487 
     H       3.509436     -0.407433       0.957481 2488 
Rotational constants (GHz):   13.1446600    0.8826300    0.8713100 2489 
Vibrational harmonic frequencies (cm-1): 2490 
       67.8392                   71.8809                  132.1719             2491 
      170.9503                  293.7329                  332.8483             2492 
      372.3254                  440.9682                  536.2726             2493 
      616.7591                  789.1311                  849.8083             2494 
      973.1622                  989.9596                 1014.5884             2495 
     1068.2345                 1126.4066                 1158.0426             2496 
     1225.3138                 1255.7702                 1293.0913             2497 
     1309.0186                 1331.2088                 1346.1744             2498 
     1393.1945                 1412.4869                 1483.8683             2499 
     1498.2063                 1764.3313                 3068.2706             2500 
     3092.7231                 3113.9544                 3151.3558             2501 
     3158.2694                 3205.3995                 3859.9303             2502 
Zero-point correction (Hartree): 0.111557 2503 
 2504 
HOCHCHCH2CH2OO.Eltpt 2505 
~~~~~~~~~~~~~~~~~~~~ 2506 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13930049  2507 
Electronic state : 2-A 2508 
Cartesian coordinates (Angs): 2509 
     C      -2.230972      0.064200       0.344730 2510 
     C      -1.142923     -0.387317      -0.259035 2511 
     C       0.211479     -0.361046       0.375652 2512 
     C       1.147173      0.565479      -0.382958 2513 
     O       2.467725      0.545511       0.198395 2514 
     O       3.082314     -0.567691      -0.062484 2515 
     O      -3.453504      0.041539      -0.254464 2516 
     H      -2.198295      0.469898       1.351149 2517 
     H      -1.236164     -0.785712      -1.263260 2518 
     H       0.141500     -0.028243       1.412508 2519 
     H       0.660147     -1.356295       0.376634 2520 
     H       1.244648      0.273692      -1.427997 2521 
     H       0.830008      1.604246      -0.313275 2522 
     H      -4.122658      0.379656       0.342337 2523 
Rotational constants (GHz):   13.3164800    0.8817100    0.8703500 2524 
Vibrational harmonic frequencies (cm-1): 2525 
       68.0919                   72.1152                  131.6989             2526 
      167.9317                  240.6208                  305.5826             2527 
      330.2599                  384.9810                  534.3830             2528 
      612.6315                  793.2149                  862.2344             2529 
      970.0369                  973.8711                 1011.7579             2530 
     1068.5068                 1129.8299                 1178.0602             2531 
     1214.5548                 1242.4344                 1280.3932             2532 
     1305.1409                 1331.0117                 1354.6634             2533 
     1382.6060                 1408.1982                 1484.8761             2534 
     1499.3454                 1785.4662                 3065.4744             2535 
     3093.5087                 3110.7624                 3157.8435             2536 
     3168.6656                 3184.8947                 3916.5030             2537 
Zero-point correction (Hartree): 0.111225 2538 
 2539 
HOCHCHCH2CH2OO.Elttc 2540 
~~~~~~~~~~~~~~~~~~~~ 2541 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14004222  2542 
Electronic state : 2-A 2543 
Cartesian coordinates (Angs): 2544 
     C      -2.275809      0.148690      -0.367891 2545 
     C      -1.260724      0.112279       0.484643 2546 
     C       0.071423      0.733498       0.193929 2547 
     C       1.150763     -0.325924       0.094412 2548 
     O       2.412869      0.349900      -0.093776 2549 
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     O       3.395681     -0.491871      -0.180792 2550 
     O      -3.506287     -0.390315      -0.187617 2551 
     H      -2.204780      0.644611      -1.328060 2552 
     H      -1.382734     -0.396042       1.437314 2553 
     H       0.028218      1.293552      -0.740915 2554 
     H       0.348530      1.438096       0.981051 2555 
     H       1.231526     -0.919900       1.004892 2556 
     H       0.998327     -0.988116      -0.756826 2557 
     H      -3.551102     -0.825174       0.669474 2558 
Rotational constants (GHz):   13.6874400    0.8329600    0.8191700 2559 
Vibrational harmonic frequencies (cm-1): 2560 
       60.8092                   90.3699                   93.3198             2561 
      165.2775                  280.7597                  313.8347             2562 
      355.1919                  453.9746                  528.9095             2563 
      593.7630                  785.7557                  851.2485             2564 
      989.6390                  993.0427                 1029.7627             2565 
     1104.1590                 1122.0018                 1159.0048             2566 
     1206.0828                 1269.0806                 1294.2590             2567 
     1309.3283                 1318.2802                 1346.6675             2568 
     1397.3583                 1419.6101                 1490.8330             2569 
     1507.2386                 1765.0976                 3063.5670             2570 
     3084.8968                 3108.9567                 3144.2032             2571 
     3154.2420                 3207.2976                 3859.5147             2572 
Zero-point correction (Hartree): 0.111442 2573 
 2574 
HOCHCHCH2CH2OO.Elttt 2575 
~~~~~~~~~~~~~~~~~~~~ 2576 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13833875  2577 
Electronic state : 2-A 2578 
Cartesian coordinates (Angs): 2579 
     C      -2.273429      0.105513      -0.345910 2580 
     C      -1.250519      0.154109       0.492492 2581 
     C       0.075477      0.744656       0.126087 2582 
     C       1.158404     -0.315660       0.135892 2583 
     O       2.416046      0.340116      -0.137218 2584 
     O       3.400500     -0.503981      -0.153931 2585 
     O      -3.469088     -0.443689       0.003341 2586 
     H      -2.206311      0.507793      -1.351936 2587 
     H      -1.375714     -0.260890       1.486384 2588 
     H       0.027645      1.201252      -0.863577 2589 
     H       0.354735      1.529938       0.832104 2590 
     H       1.248309     -0.804624       1.105828 2591 
     H       1.003251     -1.068940      -0.635313 2592 
     H      -4.091178     -0.375805      -0.722381 2593 
Rotational constants (GHz):   13.8484500    0.8326000    0.8185100 2594 
Vibrational harmonic frequencies (cm-1): 2595 
       57.7469                   90.3574                  103.0039             2596 
      158.1623                  229.2563                  299.1034             2597 
      314.3737                  359.8705                  526.9658             2598 
      590.0482                  784.7093                  863.0777             2599 
      967.4995                  986.9136                 1029.3380             2600 
     1103.2365                 1124.1121                 1179.2551             2601 
     1199.0412                 1244.0592                 1293.4717             2602 
     1302.6613                 1312.7888                 1355.5095             2603 
     1382.0788                 1415.5474                 1491.3168             2604 
     1507.2022                 1788.3995                 3061.7607             2605 
     3086.0660                 3106.1688                 3145.2990             2606 
     3169.8118                 3184.8758                 3916.9350             2607 
Zero-point correction (Hartree): 0.111015 2608 
 2609 
 2610 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Ec.b 2611 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 2612 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.10724016  2613 
Electronic state : 2-A 2614 
Cartesian coordinates (Angs): 2615 
     C       1.217486      0.279742       0.364305 2616 
     C       0.341773      1.097742      -0.320596 2617 
     C      -1.027092      1.246613       0.229747 2618 
     C      -1.844235     -0.064593      -0.045476 2619 
     O      -0.992753     -1.095210      -0.485394 2620 
     O       0.005605     -1.255843       0.439528 2621 
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     O       2.391428     -0.139894      -0.136307 2622 
     H       1.213890      0.247341       1.445253 2623 
     H       0.518331      1.286381      -1.373712 2624 
     H      -0.974047      1.394725       1.307886 2625 
     H      -1.549034      2.096788      -0.204608 2626 
     H      -2.361650     -0.370132       0.865237 2627 
     H      -2.563582      0.066706      -0.852405 2628 
     H       2.354263     -0.151259      -1.098142 2629 
Rotational constants (GHz):    4.7724200    2.2768000    1.7445200 2630 
Vibrational harmonic frequencies (cm-1): 2631 
     i685.0331                   79.5739                  248.9258             2632 
      266.7727                  368.0530                  402.7393             2633 
      421.1075                  441.7393                  542.8748             2634 
      651.4000                  781.5885                  819.2272             2635 
      891.5753                  903.7398                  977.2995             2636 
     1039.4828                 1100.8839                 1133.4693             2637 
     1159.3361                 1225.4296                 1268.0599             2638 
     1279.5097                 1296.2485                 1321.3174             2639 
     1371.2509                 1405.3781                 1487.8162             2640 
     1504.3742                 1563.6009                 3068.4393             2641 
     3087.8182                 3127.3766                 3146.3952             2642 
     3173.8162                 3211.4429                 3854.2426             2643 
Zero-point correction (Hartree): 0.110770 2644 
 2645 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Ec 2646 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 2647 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57644612  2648 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.50999223  2649 
     T1 diagnostic:  0.028421  2650 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46077651  2651 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.49072084  2652 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47834524  2653 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50387730  2654 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.10921509  2655 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08883155  2656 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11687402  2657 
Electronic state : 2-A 2658 
Cartesian coordinates (Angs): 2659 
     C       1.155879      0.174702       0.396882 2660 
     C       0.378016      1.143937      -0.200909 2661 
     C      -1.050426      1.263609       0.187134 2662 
     C      -1.791931     -0.024462      -0.246750 2663 
     O      -1.122666     -1.127408       0.316294 2664 
     O       0.084327     -1.281446      -0.319510 2665 
     O       2.404324     -0.122337       0.004603 2666 
     H       0.959046     -0.158255       1.406366 2667 
     H       0.705464      1.550892      -1.151471 2668 
     H      -1.160467      1.353572       1.268525 2669 
     H      -1.521335      2.128324      -0.278811 2670 
     H      -2.806017     -0.050121       0.151243 2671 
     H      -1.807149     -0.117482      -1.333491 2672 
     H       2.553350      0.195881      -0.891592 2673 
Rotational constants (GHz):    4.8099700    2.3018300    1.7081900 2674 
Vibrational harmonic frequencies (cm-1): 2675 
     i612.2148                  155.8931                  259.5245             2676 
      308.9601                  339.9696                  400.6085             2677 
      432.1901                  440.3496                  541.4172             2678 
      590.7723                  747.5627                  862.9943             2679 
      933.5439                  972.9901                  987.3404             2680 
     1024.8407                 1090.4612                 1128.1823             2681 
     1165.3542                 1214.9112                 1262.3010             2682 
     1277.6477                 1318.6330                 1327.6199             2683 
     1367.9829                 1403.7461                 1484.0993             2684 
     1488.6522                 1571.1142                 3073.6098             2685 
     3076.3357                 3128.1857                 3139.6010             2686 
     3172.6958                 3222.8911                 3853.6386             2687 
Zero-point correction (Hartree): 0.111099 2688 
 2689 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Et.b 2690 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 2691 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.10677807  2692 
Electronic state : 2-A 2693 
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Cartesian coordinates (Angs): 2694 
     C       1.214263      0.289700       0.332681 2695 
     C       0.326195      1.114648      -0.316324 2696 
     C      -1.033088      1.235463       0.261697 2697 
     C      -1.845033     -0.070021      -0.053565 2698 
     O      -0.991057     -1.100931      -0.491333 2699 
     O       0.004584     -1.260867       0.433509 2700 
     O       2.353683     -0.063418      -0.294347 2701 
     H       1.212212      0.218401       1.414086 2702 
     H       0.498114      1.324250      -1.363766 2703 
     H      -0.967915      1.341177       1.344097 2704 
     H      -1.571161      2.095330      -0.132183 2705 
     H      -2.385987     -0.385297       0.840440 2706 
     H      -2.544451      0.076333      -0.875285 2707 
     H       2.847487     -0.687210       0.243044 2708 
Rotational constants (GHz):    4.7508600    2.2809700    1.7416400 2709 
Vibrational harmonic frequencies (cm-1): 2710 
     i672.3229                   91.4225                  248.4742             2711 
      275.6830                  318.7083                  368.7678             2712 
      416.8751                  431.7870                  540.0841             2713 
      655.4871                  795.1183                  823.1929             2714 
      885.9184                  903.5206                  972.9894             2715 
     1036.2457                 1094.7108                 1133.0696             2716 
     1177.5571                 1217.2911                 1251.4219             2717 
     1276.5256                 1297.2793                 1318.4758             2718 
     1357.5098                 1390.8892                 1487.3773             2719 
     1503.7334                 1588.4282                 3065.0986             2720 
     3087.2872                 3126.5789                 3145.9153             2721 
     3174.3288                 3205.5509                 3893.7939             2722 
Zero-point correction (Hartree): 0.110621 2723 
 2724 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Et 2725 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 2726 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57685956  2727 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.51053770  2728 
     T1 diagnostic:  0.028927  2729 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46051972  2730 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.49081210  2731 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47833678  2732 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50423593  2733 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.11048561  2734 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08990202  2735 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11743003  2736 
Electronic state : 2-A 2737 
Cartesian coordinates (Angs): 2738 
     C       1.147043      0.214569       0.362170 2739 
     C       0.350660      1.166516      -0.223427 2740 
     C      -1.071962      1.255057       0.192903 2741 
     C      -1.791056     -0.052670      -0.223763 2742 
     O      -1.091404     -1.144407       0.327652 2743 
     O       0.098491     -1.285160      -0.343113 2744 
     O       2.388067      0.005591      -0.115672 2745 
     H       0.939296     -0.138660       1.365124 2746 
     H       0.673943      1.583833      -1.167781 2747 
     H      -1.167356      1.347532       1.275518 2748 
     H      -1.573728      2.104419      -0.268728 2749 
     H      -2.797301     -0.098079       0.192044 2750 
     H      -1.822870     -0.148961      -1.309517 2751 
     H       2.778671     -0.759101       0.315106 2752 
Rotational constants (GHz):    4.7651800    2.3156100    1.7036200 2753 
Vibrational harmonic frequencies (cm-1): 2754 
     i590.6847                  159.4186                  269.6552             2755 
      294.5891                  342.8123                  374.2063             2756 
      399.9901                  435.6672                  538.4892             2757 
      595.4815                  773.5039                  860.5234             2758 
      934.0770                  971.0382                  982.5272             2759 
     1020.8763                 1084.1233                 1128.2875             2760 
     1182.8838                 1208.9500                 1256.2854             2761 
     1265.7570                 1319.9350                 1332.9792             2762 
     1358.1819                 1384.0530                 1483.8822             2763 
     1488.5767                 1600.3175                 3075.6803             2764 
     3076.1514                 3129.3890                 3140.5615             2765 
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     3185.3172                 3208.4006                 3884.7204             2766 
Zero-point correction (Hartree): 0.111054 2767 
 2768 
 2769 
################################################################################# 2770 
Z-HOCH=CHCH2CH2OO ring closure 2771 
################################################################################# 2772 
 2773 
HOCHCHCH2CH2OO.Zcptt 2774 
~~~~~~~~~~~~~~~~~~~~ 2775 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13711336  2776 
Electronic state : 2-A 2777 
Cartesian coordinates (Angs): 2778 
     C      -1.776794     -0.554659      -0.256263 2779 
     C      -1.493800      0.732244      -0.393931 2780 
     C      -0.341202      1.507229       0.179422 2781 
     C       0.865022      0.702094       0.611509 2782 
     O       1.362636      0.001504      -0.550034 2783 
     O       2.306136     -0.829333      -0.236274 2784 
     O      -1.045956     -1.415474       0.509502 2785 
     H      -2.641959     -0.983117      -0.748092 2786 
     H      -2.189973      1.293835      -1.001782 2787 
     H      -0.017457      2.242074      -0.560669 2788 
     H      -0.672659      2.085016       1.047217 2789 
     H       1.667247      1.352616       0.959066 2790 
     H       0.637097     -0.043564       1.366069 2791 
     H      -1.284185     -2.321888       0.308221 2792 
Rotational constants (GHz):    3.9278800    2.0404800    1.5310900 2793 
Vibrational harmonic frequencies (cm-1): 2794 
       45.9236                   64.9179                  135.0800             2795 
      247.0910                  265.4998                  269.3807             2796 
      385.3755                  449.8302                  535.0364             2797 
      742.0012                  759.3706                  851.3365             2798 
      877.4570                  975.0962                 1014.7206             2799 
     1055.0647                 1080.1995                 1130.9052             2800 
     1232.4978                 1259.8112                 1284.3392             2801 
     1303.6282                 1317.0023                 1385.4671             2802 
     1420.2666                 1446.4422                 1472.3424             2803 
     1505.9929                 1788.8382                 3052.2248             2804 
     3086.2696                 3096.1607                 3178.5278             2805 
     3182.7917                 3214.4693                 3910.7664             2806 
Zero-point correction (Hartree): 0.111681 2807 
 2808 
HOCHCHCH2CH2OO.Zctpt 2809 
~~~~~~~~~~~~~~~~~~~~ 2810 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13858979  2811 
Electronic state : 2-A 2812 
Cartesian coordinates (Angs): 2813 
     C       2.258555      0.186620      -0.159502 2814 
     C       1.324382      1.115087      -0.020896 2815 
     C      -0.138910      0.947789       0.264829 2816 
     C      -0.670348     -0.470054       0.176316 2817 
     O      -2.097451     -0.455162       0.413555 2818 
     O      -2.742614      0.049252      -0.592871 2819 
     O       2.019007     -1.155385      -0.046563 2820 
     H       3.284895      0.462810      -0.367898 2821 
     H       1.671553      2.134578      -0.122294 2822 
     H      -0.365199      1.344959       1.258467 2823 
     H      -0.708414      1.553057      -0.443552 2824 
     H      -0.503577     -0.913031      -0.802703 2825 
     H      -0.273150     -1.120533       0.949555 2826 
     H       2.820279     -1.648133      -0.229019 2827 
Rotational constants (GHz):    6.2539000    1.3314300    1.1658700 2828 
Vibrational harmonic frequencies (cm-1): 2829 
       21.5428                   88.9392                  136.3872             2830 
      180.6831                  222.3307                  282.7500             2831 
      372.7885                  454.7840                  567.1876             2832 
      745.0536                  765.6149                  806.7722             2833 
      929.2624                  975.1060                  977.1411             2834 
     1054.0019                 1098.4514                 1128.5862             2835 
     1236.7695                 1247.2451                 1290.1310             2836 
     1310.8892                 1328.5947                 1348.8740             2837 
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     1422.8371                 1441.6560                 1484.8573             2838 
     1496.2722                 1791.5757                 3050.7558             2839 
     3091.2172                 3117.6643                 3185.2642             2840 
     3187.6863                 3213.3065                 3917.4230             2841 
Zero-point correction (Hartree): 0.111563 2842 
 2843 
HOCHCHCH2CH2OO.Zcttc 2844 
~~~~~~~~~~~~~~~~~~~~ 2845 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13442233  2846 
Point group : CS 2847 
Electronic state : 2-A" 2848 
Cartesian coordinates (Angs): 2849 
     C      -0.377205     -2.307271       0.000000 2850 
     C       0.796415     -1.684238       0.000000 2851 
     C       1.154718     -0.224566       0.000000 2852 
     C      -0.000000      0.750786       0.000000 2853 
     O       0.571304      2.076013       0.000000 2854 
     O      -0.349166      2.989418       0.000000 2855 
     O      -1.641430     -1.809192       0.000000 2856 
     H      -0.408505     -3.388123       0.000000 2857 
     H       1.648626     -2.350758       0.000000 2858 
     H       1.777089     -0.010247       0.872495 2859 
     H       1.777089     -0.010247      -0.872495 2860 
     H      -0.617134      0.675760      -0.897332 2861 
     H      -0.617134      0.675760       0.897332 2862 
     H      -1.649264     -0.850327       0.000000 2863 
Rotational constants (GHz):    5.8449000    1.2754700    1.0608800 2864 
Vibrational harmonic frequencies (cm-1): 2865 
       43.1149 (  A")            81.4073 (  A")           129.0539 (  A')      2866 
      149.1265 (  A")           268.3374 (  A')           311.4776 (  A")      2867 
      379.5594 (  A')           482.1220 (  A")           508.2954 (  A')      2868 
      751.1183 (  A")           767.0594 (  A')           814.7686 (  A")      2869 
      913.8562 (  A')          1003.6698 (  A")          1031.8930 (  A')      2870 
     1073.4671 (  A')          1088.9370 (  A")          1145.5511 (  A')      2871 
     1230.7542 (  A')          1253.1947 (  A")          1290.3416 (  A')      2872 
     1317.5934 (  A")          1342.4242 (  A')          1362.1290 (  A')      2873 
     1427.3542 (  A')          1444.3698 (  A')          1497.6006 (  A')      2874 
     1532.5811 (  A')          1767.2677 (  A')          3052.1786 (  A')      2875 
     3061.3874 (  A')          3082.0577 (  A")          3121.4614 (  A")      2876 
     3196.9164 (  A')          3224.9995 (  A')          3910.9139 (  A')      2877 
Zero-point correction (Hartree): 0.111763 2878 
 2879 
HOCHCHCH2CH2OO.Zcttt 2880 
~~~~~~~~~~~~~~~~~~~~ 2881 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13769930  2882 
Point group : CS 2883 
Electronic state : 2-A" 2884 
Cartesian coordinates (Angs): 2885 
     C      -0.410643     -2.264632       0.000000 2886 
     C       0.790060     -1.705198       0.000000 2887 
     C       1.158136     -0.250913       0.000000 2888 
     C       0.000000      0.723795       0.000000 2889 
     O       0.595745      2.042813       0.000000 2890 
     O      -0.306243      2.973965       0.000000 2891 
     O      -1.579759     -1.557348       0.000000 2892 
     H      -0.514846     -3.342783       0.000000 2893 
     H       1.619897     -2.399009       0.000000 2894 
     H       1.783976     -0.042358       0.871782 2895 
     H       1.783976     -0.042358      -0.871782 2896 
     H      -0.624334      0.644558      -0.886550 2897 
     H      -0.624334      0.644558       0.886550 2898 
     H      -2.327588     -2.156356       0.000000 2899 
Rotational constants (GHz):    5.8453500    1.3275400    1.0964700 2900 
Vibrational harmonic frequencies (cm-1): 2901 
       17.2363 (  A")            78.2270 (  A")           128.1975 (  A")      2902 
      138.3477 (  A')           253.4598 (  A')           270.7581 (  A")      2903 
      380.3751 (  A')           456.1568 (  A")           510.4761 (  A')      2904 
      745.6136 (  A")           770.0082 (  A')           803.5707 (  A")      2905 
      930.3358 (  A')           978.1798 (  A")          1016.3361 (  A')      2906 
     1069.1464 (  A')          1076.6634 (  A")          1144.0290 (  A')      2907 
     1221.3629 (  A")          1252.0845 (  A')          1299.7341 (  A')      2908 
     1314.2764 (  A')          1315.9130 (  A")          1340.0882 (  A')      2909 
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     1428.7474 (  A')          1443.9492 (  A')          1493.9967 (  A')      2910 
     1503.7163 (  A')          1792.5665 (  A')          3051.8416 (  A')      2911 
     3079.8236 (  A")          3111.9295 (  A')          3171.9629 (  A")      2912 
     3187.6752 (  A')          3213.1564 (  A')          3916.7245 (  A')      2913 
Zero-point correction (Hartree): 0.111418 2914 
 2915 
HOCHCHCH2CH2OO.Zgpmc 2916 
~~~~~~~~~~~~~~~~~~~~ 2917 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14139996  2918 
Electronic state : 2-A 2919 
Cartesian coordinates (Angs): 2920 
     C      -1.737468     -0.146900       0.370704 2921 
     C      -0.997116      0.936025       0.587248 2922 
     C       0.077260      1.427802      -0.337557 2923 
     C       1.434514      0.783067      -0.094846 2924 
     O       1.333949     -0.627424      -0.393721 2925 
     O       1.297258     -1.365867       0.677108 2926 
     O      -1.644538     -0.999462      -0.676321 2927 
     H      -2.531448     -0.435613       1.045857 2928 
     H      -1.192722      1.491430       1.493099 2929 
     H      -0.201334      1.255270      -1.380993 2930 
     H       0.200699      2.505915      -0.228546 2931 
     H       2.192512      1.171852      -0.773936 2932 
     H       1.761229      0.867044       0.938717 2933 
     H      -0.785432     -0.913843      -1.104020 2934 
Rotational constants (GHz):    3.6140200    2.2889700    1.7079300 2935 
Vibrational harmonic frequencies (cm-1): 2936 
       58.2574                   93.1132                  123.1605             2937 
      232.3401                  265.0035                  361.0549             2938 
      456.4881                  524.6469                  582.7744             2939 
      657.9690                  761.3718                  837.5371             2940 
      919.5851                  981.6888                  992.3137             2941 
     1035.9988                 1083.2694                 1141.7043             2942 
     1223.1119                 1228.6007                 1276.7832             2943 
     1312.6929                 1350.0219                 1370.6682             2944 
     1383.0603                 1438.3066                 1483.6831             2945 
     1488.0368                 1742.8540                 3054.4239             2946 
     3091.7480                 3110.0397                 3163.6564             2947 
     3210.9156                 3231.1092                 3838.7502             2948 
Zero-point correction (Hartree): 0.111873 2949 
 2950 
HOCHCHCH2CH2OO.Zgppt 2951 
~~~~~~~~~~~~~~~~~~~~ 2952 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13954204  2953 
Electronic state : 2-A 2954 
Cartesian coordinates (Angs): 2955 
     C       1.914859      0.090571      -0.431387 2956 
     C       0.985666      1.025018      -0.298066 2957 
     C      -0.116046      0.973688       0.714388 2958 
     C      -1.485281      0.843125       0.071006 2959 
     O      -1.596557     -0.397079      -0.661614 2960 
     O      -1.635879     -1.415766       0.141001 2961 
     O       1.969504     -0.998001       0.385586 2962 
     H       2.684108      0.156570      -1.191408 2963 
     H       1.022074      1.860050      -0.985306 2964 
     H       0.028552      0.133836       1.392152 2965 
     H      -0.126916      1.885411       1.316826 2966 
     H      -2.284305      0.853205       0.810695 2967 
     H      -1.659541      1.610620      -0.682013 2968 
     H       2.644287     -1.607334       0.083620 2969 
Rotational constants (GHz):    4.1422700    1.8180600    1.4550000 2970 
Vibrational harmonic frequencies (cm-1): 2971 
       28.3230                   59.2797                  144.7891             2972 
      214.5535                  252.6226                  295.0937             2973 
      378.7974                  519.7864                  568.4510             2974 
      668.2856                  766.4669                  861.6718             2975 
      890.9170                  973.7082                  995.9278             2976 
     1047.5808                 1076.0585                 1148.4667             2977 
     1215.0584                 1257.7825                 1277.3019             2978 
     1296.0053                 1313.5432                 1357.1520             2979 
     1398.7465                 1444.7125                 1481.0926             2980 
     1490.7725                 1785.2217                 3064.5679             2981 
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     3089.8000                 3132.9715                 3151.1366             2982 
     3184.5111                 3210.8037                 3919.8909             2983 
Zero-point correction (Hartree): 0.111543 2984 
 2985 
HOCHCHCH2CH2OO.Zgptc 2986 
~~~~~~~~~~~~~~~~~~~~ 2987 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14241976  2988 
Electronic state : 2-A 2989 
Cartesian coordinates (Angs): 2990 
     C       1.897914     -0.385648      -0.365766 2991 
     C       1.383603      0.840262      -0.401496 2992 
     C       0.264452      1.332044       0.474141 2993 
     C      -1.122747      0.977069      -0.024651 2994 
     O      -1.262451     -0.455486       0.137606 2995 
     O      -2.386318     -0.899974      -0.330991 2996 
     O       1.496806     -1.417339       0.410545 2997 
     H       2.743478     -0.659416      -0.982587 2998 
     H       1.826601      1.532954      -1.102642 2999 
     H       0.369226      0.941970       1.491084 3000 
     H       0.315083      2.417337       0.557387 3001 
     H      -1.913850      1.441070       0.563359 3002 
     H      -1.261010      1.196692      -1.081776 3003 
     H       0.596840     -1.270578       0.724538 3004 
Rotational constants (GHz):    4.0906500    1.8775300    1.4146100 3005 
Vibrational harmonic frequencies (cm-1): 3006 
       68.9838                   87.6903                  136.6126             3007 
      229.9296                  265.9066                  335.7055             3008 
      440.9411                  503.4870                  609.9387             3009 
      656.8277                  765.8418                  844.7707             3010 
      899.0257                  994.9890                 1024.7678             3011 
     1053.7330                 1087.6190                 1138.3086             3012 
     1222.6732                 1254.0154                 1290.0043             3013 
     1295.5010                 1353.6839                 1378.2692             3014 
     1396.6054                 1439.7699                 1481.4740             3015 
     1500.2293                 1746.2514                 3053.1188             3016 
     3087.8198                 3118.3686                 3150.7968             3017 
     3205.2596                 3225.7012                 3823.1965             3018 
Zero-point correction (Hartree): 0.112013 3019 
 3020 
HOCHCHCH2CH2OO.Zgtmt 3021 
~~~~~~~~~~~~~~~~~~~~ 3022 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14019926  3023 
Electronic state : 2-A 3024 
Cartesian coordinates (Angs): 3025 
     C       2.270326     -0.081809       0.116109 3026 
     C       1.368345     -1.008545      -0.173754 3027 
     C      -0.033049     -0.679805      -0.596835 3028 
     C      -0.912228     -0.443690       0.621475 3029 
     O      -2.280375     -0.204704       0.228308 3030 
     O      -2.418909      0.964599      -0.318224 3031 
     O       1.972686      1.245837       0.034722 3032 
     H       3.276542     -0.331255       0.429921 3033 
     H       1.665202     -2.041996      -0.067885 3034 
     H      -0.047455      0.226657      -1.201609 3035 
     H      -0.455768     -1.491488      -1.188285 3036 
     H      -0.964202     -1.321549       1.263055 3037 
     H      -0.572122      0.420624       1.189408 3038 
     H       2.750225      1.776249       0.214973 3039 
Rotational constants (GHz):    5.5989900    1.3520200    1.1808600 3040 
Vibrational harmonic frequencies (cm-1): 3041 
       43.3704                   65.7348                  120.2632             3042 
      202.9634                  257.3635                  286.3124             3043 
      355.0370                  527.0481                  572.4761             3044 
      679.5690                  764.8308                  817.1081             3045 
      959.4980                  972.6762                  985.8933             3046 
     1066.5337                 1079.6370                 1137.5424             3047 
     1223.2900                 1259.5267                 1290.9339             3048 
     1294.5599                 1306.4462                 1335.8659             3049 
     1399.4687                 1434.0395                 1485.8825             3050 
     1502.2942                 1772.3973                 3082.3660             3051 
     3098.7856                 3130.6060                 3162.4014             3052 
     3191.4227                 3226.1186                 3915.6145             3053 
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Zero-point correction (Hartree): 0.111644 3054 
 3055 
HOCHCHCH2CH2OO.Zgtpc 3056 
~~~~~~~~~~~~~~~~~~~~ 3057 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14075752  3058 
Electronic state : 2-A 3059 
Cartesian coordinates (Angs): 3060 
     C      -2.374942      0.337594       0.155917 3061 
     C      -1.213663      0.969303       0.026282 3062 
     C       0.051787      0.353347      -0.491740 3063 
     C       0.940906     -0.095044       0.658214 3064 
     O       2.162758     -0.680760       0.162951 3065 
     O       2.948064      0.222433      -0.339989 3066 
     O      -2.645564     -0.950933      -0.168538 3067 
     H      -3.253375      0.830196       0.548466 3068 
     H      -1.180539      2.000982       0.346920 3069 
     H      -0.142237     -0.503852      -1.142065 3070 
     H       0.609705      1.072998      -1.090594 3071 
     H       1.211162      0.739468       1.303249 3072 
     H       0.474510     -0.883184       1.247021 3073 
     H      -1.865818     -1.373723      -0.540433 3074 
Rotational constants (GHz):    7.9091100    1.1060900    1.0406700 3075 
Vibrational harmonic frequencies (cm-1): 3076 
       27.6412                   67.0647                  124.0091             3077 
      202.9161                  276.6980                  353.9663             3078 
      400.0936                  544.5398                  578.0624             3079 
      659.8564                  773.9056                  803.7664             3080 
      971.0301                  980.5378                  995.6468             3081 
     1062.8364                 1078.2751                 1139.3897             3082 
     1219.6081                 1248.4100                 1274.1562             3083 
     1303.1465                 1327.5545                 1348.3426             3084 
     1397.1146                 1436.2636                 1488.9787             3085 
     1512.6791                 1754.1465                 3055.7317             3086 
     3094.2064                 3114.3684                 3156.7534             3087 
     3212.0556                 3233.4812                 3862.2667             3088 
Zero-point correction (Hartree): 0.111811 3089 
 3090 
HOCHCHCH2CH2OO.Zgtpt 3091 
~~~~~~~~~~~~~~~~~~~~ 3092 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14074793  3093 
Electronic state : 2-A 3094 
Cartesian coordinates (Angs): 3095 
     C      -2.324227      0.311436       0.177412 3096 
     C      -1.219788      1.035274       0.068940 3097 
     C       0.059043      0.494489      -0.498552 3098 
     C       0.866340     -0.199202       0.587154 3099 
     O       2.103565     -0.717299       0.053086 3100 
     O       2.945104      0.237649      -0.200539 3101 
     O      -2.363701     -0.988806      -0.234841 3102 
     H      -3.239998      0.710018       0.596257 3103 
     H      -1.251137      2.050569       0.437250 3104 
     H      -0.153083     -0.226551      -1.288160 3105 
     H       0.664985      1.295553      -0.919357 3106 
     H       1.120232      0.478128       1.401064 3107 
     H       0.342422     -1.072435       0.970777 3108 
     H      -3.251384     -1.339617      -0.149199 3109 
Rotational constants (GHz):    7.5430100    1.1750500    1.0826100 3110 
Vibrational harmonic frequencies (cm-1): 3111 
       24.4640                   68.1809                  125.1362             3112 
      203.0655                  252.2195                  270.6904             3113 
      363.9977                  526.6943                  578.7486             3114 
      676.4526                  766.1211                  809.5074             3115 
      966.7978                  974.4646                  988.3892             3116 
     1065.2591                 1078.1403                 1135.2163             3117 
     1225.4347                 1262.0164                 1288.1527             3118 
     1294.5643                 1310.5307                 1334.8408             3119 
     1397.7532                 1434.8279                 1485.8232             3120 
     1501.1418                 1774.3630                 3082.8514             3121 
     3097.4074                 3132.3512                 3162.7554             3122 
     3193.8803                 3228.2664                 3916.4641             3123 
Zero-point correction (Hartree): 0.111623 3124 
 3125 
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HOCHCHCH2CH2OO.Zgttc 3126 
~~~~~~~~~~~~~~~~~~~~ 3127 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13967776  3128 
Electronic state : 2-A 3129 
Cartesian coordinates (Angs): 3130 
     C       2.398795      0.120656      -0.319230 3131 
     C       1.388901      0.958388      -0.113563 3132 
     C       0.123169      0.616565       0.617809 3133 
     C      -0.960737      0.190896      -0.354749 3134 
     O      -2.151912     -0.090414       0.411191 3135 
     O      -3.129570     -0.472234      -0.351222 3136 
     O       2.490714     -1.166102       0.096813 3137 
     H       3.285422      0.415956      -0.862452 3138 
     H       1.484300      1.951272      -0.529376 3139 
     H       0.277657     -0.180984       1.349411 3140 
     H      -0.228776      1.479200       1.183930 3141 
     H      -1.203033      0.978332      -1.067333 3142 
     H      -0.693941     -0.714815      -0.898969 3143 
     H       1.703757     -1.418004       0.588932 3144 
Rotational constants (GHz):    7.1967100    1.0749200    1.0053600 3145 
Vibrational harmonic frequencies (cm-1): 3146 
       27.6140                   75.3062                  103.2976             3147 
      164.6930                  279.9752                  327.4172             3148 
      409.5551                  486.7181                  584.7638             3149 
      659.6895                  772.5865                  798.5818             3150 
      963.9454                  998.3189                 1023.3267             3151 
     1066.5952                 1102.6237                 1135.4684             3152 
     1203.3977                 1251.5210                 1290.0301             3153 
     1301.4801                 1310.1920                 1349.7321             3154 
     1403.9103                 1437.3067                 1501.7698             3155 
     1515.9947                 1754.9348                 3056.6056             3156 
     3086.3611                 3107.6039                 3144.8072             3157 
     3213.9386                 3234.4311                 3863.8149             3158 
Zero-point correction (Hartree): 0.111649 3159 
 3160 
HOCHCHCH2CH2OO.Zgttt 3161 
~~~~~~~~~~~~~~~~~~~~ 3162 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13973051  3163 
Electronic state : 2-A 3164 
Cartesian coordinates (Angs): 3165 
     C       2.351439      0.076127      -0.312571 3166 
     C       1.403691      0.990183      -0.166351 3167 
     C       0.127070      0.732235       0.579489 3168 
     C      -0.917596      0.150776      -0.353388 3169 
     O      -2.130330     -0.040952       0.408884 3170 
     O      -3.082366     -0.527365      -0.325056 3171 
     O       2.223606     -1.171407       0.223381 3172 
     H       3.264418      0.272205      -0.861180 3173 
     H       1.560642      1.950948      -0.635060 3174 
     H       0.303140      0.027431       1.391986 3175 
     H      -0.254728      1.656223       1.013054 3176 
     H      -1.154796      0.818428      -1.180964 3177 
     H      -0.613335     -0.819983      -0.742173 3178 
     H       3.019754     -1.683391       0.073604 3179 
Rotational constants (GHz):    6.8219700    1.1327600    1.0449100 3180 
Vibrational harmonic frequencies (cm-1): 3181 
       17.7531                   75.6068                  100.6331             3182 
      163.6008                  251.6023                  256.2517             3183 
      357.1504                  470.8270                  578.0969             3184 
      671.1409                  764.7380                  804.8320             3185 
      967.3141                  972.8733                 1022.0913             3186 
     1068.3820                 1103.5542                 1130.0493             3187 
     1208.6234                 1269.6215                 1292.2993             3188 
     1293.7736                 1312.5331                 1316.4638             3189 
     1403.7061                 1435.9979                 1494.8269             3190 
     1505.7502                 1776.5340                 3080.9903             3191 
     3090.6090                 3125.2729                 3151.1963             3192 
     3192.8048                 3228.0659                 3916.2471             3193 
Zero-point correction (Hartree): 0.111338 3194 
 3195 
HOCHCHCH2CH2OO.Zlmmc 3196 
~~~~~~~~~~~~~~~~~~~~ 3197 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13994056  3198 
Electronic state : 2-A 3199 
Cartesian coordinates (Angs): 3200 
     C       2.143768     -0.664679       0.139343 3201 
     C       0.823500     -0.626813       0.007766 3202 
     C       0.009027      0.560010      -0.410802 3203 
     C      -1.165145      0.807557       0.521676 3204 
     O      -2.073223     -0.316307       0.501905 3205 
     O      -2.704934     -0.391193      -0.629406 3206 
     O       3.028093      0.339703      -0.091022 3207 
     H       2.655945     -1.560534       0.461000 3208 
     H       0.286885     -1.541015       0.221674 3209 
     H       0.598678      1.479894      -0.427379 3210 
     H      -0.393321      0.426727      -1.417786 3211 
     H      -0.850580      0.878497       1.561091 3212 
     H      -1.737194      1.687549       0.232840 3213 
     H       2.573202      1.114817      -0.431159 3214 
Rotational constants (GHz):    8.3236200    1.1198900    1.0759200 3215 
Vibrational harmonic frequencies (cm-1): 3216 
       17.6350                   67.8239                  141.9868             3217 
      214.7837                  252.1685                  318.5315             3218 
      428.7667                  524.9213                  588.2432             3219 
      647.9435                  778.0323                  823.9482             3220 
      899.4037                  997.0807                 1004.6641             3221 
     1043.3525                 1106.6705                 1128.8582             3222 
     1219.1224                 1238.5768                 1279.6884             3223 
     1305.2664                 1337.6068                 1369.0230             3224 
     1397.5003                 1441.7449                 1472.6402             3225 
     1491.9527                 1760.7025                 3057.5479             3226 
     3090.4578                 3101.2578                 3159.9774             3227 
     3209.5933                 3231.4405                 3876.0568             3228 
Zero-point correction (Hartree): 0.111687 3229 
 3230 
HOCHCHCH2CH2OO.Zlmmt 3231 
~~~~~~~~~~~~~~~~~~~~ 3232 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14069596  3233 
Electronic state : 2-A 3234 
Cartesian coordinates (Angs): 3235 
     C      -2.088309     -0.661230      -0.159614 3236 
     C      -0.799558     -0.727793       0.137412 3237 
     C       0.004714      0.427704       0.647944 3238 
     C       1.058514      0.886017      -0.344729 3239 
     O       1.993842     -0.180062      -0.630865 3240 
     O       2.748805     -0.433773       0.393502 3241 
     O      -2.807425      0.491902      -0.019341 3242 
     H      -2.635411     -1.519816      -0.529306 3243 
     H      -0.303212     -1.676494      -0.011978 3244 
     H      -0.647327      1.274451       0.860453 3245 
     H       0.514923      0.159490       1.574692 3246 
     H       0.624742      1.125067      -1.313747 3247 
     H       1.637611      1.726756       0.033916 3248 
     H      -3.725278      0.337827      -0.246486 3249 
Rotational constants (GHz):    8.0364600    1.1756500    1.1218800 3250 
Vibrational harmonic frequencies (cm-1): 3251 
       23.9377                   62.4069                  135.4223             3252 
      205.8432                  253.4339                  279.2227             3253 
      389.6089                  524.3234                  602.4719             3254 
      656.0122                  778.7954                  827.2330             3255 
      890.9544                  976.7741                 1004.8483             3256 
     1048.0315                 1099.1372                 1132.7352             3257 
     1211.3681                 1247.2811                 1294.7766             3258 
     1300.3257                 1305.2226                 1357.3751             3259 
     1392.5991                 1444.6908                 1480.8993             3260 
     1489.5894                 1781.4930                 3077.5404             3261 
     3094.8937                 3130.4073                 3159.1728             3262 
     3191.1439                 3224.0324                 3920.0462             3263 
Zero-point correction (Hartree): 0.111617 3264 
 3265 
HOCHCHCH2CH2OO.Zlmpc 3266 
~~~~~~~~~~~~~~~~~~~~ 3267 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13868808  3268 
Electronic state : 2-A 3269 
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Cartesian coordinates (Angs): 3270 
     C      -1.989705     -0.744530       0.029943 3271 
     C      -0.720256     -0.485431       0.318009 3272 
     C      -0.087986      0.872455       0.366130 3273 
     C       1.236003      0.929434      -0.382633 3274 
     O       2.209234      0.096137       0.280618 3275 
     O       2.301386     -1.081886      -0.259005 3276 
     O      -2.973361      0.146858      -0.259003 3277 
     H      -2.368788     -1.756248       0.000843 3278 
     H      -0.087874     -1.335139       0.534889 3279 
     H      -0.728776      1.638039      -0.079650 3280 
     H       0.094512      1.182833       1.398414 3281 
     H       1.147655      0.572355      -1.406187 3282 
     H       1.661348      1.931503      -0.357447 3283 
     H      -2.644486      1.046223      -0.180442 3284 
Rotational constants (GHz):    6.7689600    1.2445200    1.1083900 3285 
Vibrational harmonic frequencies (cm-1): 3286 
       18.0344                   91.5867                  105.7143             3287 
      226.4445                  232.0717                  322.9611             3288 
      433.7305                  515.3716                  568.8543             3289 
      651.4993                  779.4896                  844.9060             3290 
      878.1583                  999.1262                 1017.5783             3291 
     1051.9170                 1093.4299                 1129.7210             3292 
     1230.1992                 1236.6756                 1271.0215             3293 
     1318.5707                 1345.2177                 1372.6220             3294 
     1390.8427                 1445.6145                 1469.7737             3295 
     1485.7653                 1760.8773                 3047.9076             3296 
     3082.0069                 3098.8408                 3163.8554             3297 
     3211.9308                 3234.1030                 3877.2726             3298 
Zero-point correction (Hartree): 0.111639 3299 
 3300 
HOCHCHCH2CH2OO.Zlmpt 3301 
~~~~~~~~~~~~~~~~~~~~ 3302 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13978773  3303 
Electronic state : 2-A 3304 
Cartesian coordinates (Angs): 3305 
     C      -1.922704     -0.708652       0.104527 3306 
     C      -0.703461     -0.461169       0.557734 3307 
     C      -0.057498      0.888661       0.521306 3308 
     C       1.167248      0.936171      -0.379521 3309 
     O       2.204704      0.079601       0.144661 3310 
     O       2.144685     -1.121019      -0.347727 3311 
     O      -2.709907      0.267767      -0.438055 3312 
     H      -2.355496     -1.700688       0.142598 3313 
     H      -0.144789     -1.293540       0.961654 3314 
     H      -0.767207      1.631260       0.156524 3315 
     H       0.247172      1.192543       1.525260 3316 
     H       0.948198      0.597554      -1.389685 3317 
     H       1.610516      1.930687      -0.392956 3318 
     H      -3.555761     -0.098666      -0.698706 3319 
Rotational constants (GHz):    6.1146800    1.3366200    1.2016300 3320 
Vibrational harmonic frequencies (cm-1): 3321 
       27.3716                   88.2057                  114.5263             3322 
      221.3444                  238.6604                  267.6976             3323 
      403.9375                  513.5193                  587.8196             3324 
      654.3555                  781.7969                  849.4386             3325 
      877.1053                  977.9788                 1013.9296             3326 
     1054.9938                 1090.2377                 1130.0488             3327 
     1216.4038                 1236.8401                 1291.6605             3328 
     1297.7336                 1321.4059                 1361.5667             3329 
     1385.6273                 1446.8172                 1479.1669             3330 
     1485.9362                 1781.7754                 3066.5438             3331 
     3096.1160                 3123.3747                 3162.6365             3332 
     3192.2612                 3226.0934                 3921.1846             3333 
Zero-point correction (Hartree): 0.111599 3334 
 3335 
HOCHCHCH2CH2OO.Zlmtc 3336 
~~~~~~~~~~~~~~~~~~~~ 3337 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13905289  3338 
Electronic state : 2-A 3339 
Cartesian coordinates (Angs): 3340 
     C      -2.192234     -0.718371      -0.080291 3341 
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     C      -0.903735     -0.591983       0.212102 3342 
     C      -0.170168      0.700361       0.418640 3343 
     C       1.165032      0.721580      -0.299271 3344 
     O       1.997363     -0.285070       0.318060 3345 
     O       3.143934     -0.386438      -0.278970 3346 
     O      -3.107001      0.273427      -0.230218 3347 
     H      -2.647185     -1.686944      -0.232436 3348 
     H      -0.333417     -1.505117       0.311545 3349 
     H      -0.739251      1.555554       0.046180 3350 
     H       0.009899      0.884330       1.481313 3351 
     H       1.071934      0.464778      -1.353488 3352 
     H       1.680731      1.674843      -0.191820 3353 
     H      -2.710451      1.127670      -0.039355 3354 
Rotational constants (GHz):    9.7604000    1.0288300    0.9728300 3355 
Vibrational harmonic frequencies (cm-1): 3356 
       19.6535                   66.5428                  120.1996             3357 
      217.3154                  241.8543                  313.8582             3358 
      388.7097                  501.0476                  578.1024             3359 
      661.9453                  779.6506                  823.0225             3360 
      908.1268                  998.9615                 1044.1810             3361 
     1051.8555                 1090.0733                 1136.9804             3362 
     1229.3177                 1236.2048                 1287.8689             3363 
     1296.4890                 1335.1353                 1372.6237             3364 
     1400.6148                 1444.0866                 1469.3469             3365 
     1501.9053                 1759.4537                 3050.8456             3366 
     3083.3175                 3094.3059                 3148.6704             3367 
     3211.1193                 3233.2802                 3875.4610             3368 
Zero-point correction (Hartree): 0.111567 3369 
 3370 
HOCHCHCH2CH2OO.Zlmtt 3371 
~~~~~~~~~~~~~~~~~~~~ 3372 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14001114  3373 
Electronic state : 2-A 3374 
Cartesian coordinates (Angs): 3375 
     C      -2.129890     -0.693101      -0.078516 3376 
     C      -0.912971     -0.635025       0.440602 3377 
     C      -0.162846      0.640650       0.675647 3378 
     C       1.084324      0.746825      -0.178450 3379 
     O       1.976008     -0.318638       0.223395 3380 
     O       3.051639     -0.340873      -0.499865 3381 
     O      -2.819622      0.428371      -0.441076 3382 
     H      -2.637773     -1.636103      -0.239607 3383 
     H      -0.434511     -1.570323       0.694454 3384 
     H      -0.799649      1.494655       0.448190 3385 
     H       0.129922      0.721365       1.724899 3386 
     H       0.872470      0.609029      -1.237642 3387 
     H       1.616475      1.684755      -0.024412 3388 
     H      -3.682831      0.189645      -0.781210 3389 
Rotational constants (GHz):    8.1761600    1.0884600    1.0485000 3390 
Vibrational harmonic frequencies (cm-1): 3391 
       23.2548                   68.7763                  118.9651             3392 
      204.1627                  245.2082                  274.0911             3393 
      350.5013                  480.3196                  602.0876             3394 
      655.5972                  780.3875                  824.4920             3395 
      907.0490                  976.6682                 1041.0311             3396 
     1052.1215                 1085.7309                 1138.5377             3397 
     1217.7992                 1245.1212                 1293.7441             3398 
     1300.0195                 1304.5116                 1356.4493             3399 
     1395.4060                 1446.1590                 1480.4572             3400 
     1500.4784                 1781.5388                 3067.6293             3401 
     3086.9684                 3129.9267                 3147.0592             3402 
     3191.7444                 3226.1869                 3920.6148             3403 
Zero-point correction (Hartree): 0.111450 3404 
 3405 
HOCHCHCH2CH2OO.Zlpmt 3406 
~~~~~~~~~~~~~~~~~~~~ 3407 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13945018  3408 
Electronic state : 2-A 3409 
Cartesian coordinates (Angs): 3410 
     C      -1.792042     -0.245705       0.497000 3411 
     C      -0.763719      0.514753       0.840462 3412 
     C       0.080855      1.269692      -0.135131 3413 
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     C       1.532826      0.812047      -0.131362 3414 
     O       1.629254     -0.554384      -0.573924 3415 
     O       1.511557     -1.390915       0.414204 3416 
     O      -2.197243     -0.376930      -0.798829 3417 
     H      -2.365981     -0.794326       1.233637 3418 
     H      -0.507953      0.557576       1.890440 3419 
     H      -0.322875      1.165542      -1.141313 3420 
     H       0.084996      2.336127       0.106554 3421 
     H       2.127656      1.380476      -0.844490 3422 
     H       1.979199      0.862095       0.860435 3423 
     H      -2.891109     -1.034385      -0.862684 3424 
Rotational constants (GHz):    4.2484800    1.7298900    1.5147800 3425 
Vibrational harmonic frequencies (cm-1): 3426 
       17.9802                   96.2996                  108.0144             3427 
      219.1300                  246.6748                  290.6683             3428 
      387.2275                  523.5856                  545.1065             3429 
      672.0064                  766.3136                  846.1595             3430 
      923.9577                  971.3979                  991.2150             3431 
     1047.3391                 1068.3295                 1149.5674             3432 
     1225.9786                 1235.6111                 1284.1883             3433 
     1297.3051                 1318.1810                 1360.7644             3434 
     1393.2404                 1446.2410                 1477.8737             3435 
     1486.1508                 1782.0974                 3058.1557             3436 
     3092.6592                 3127.6936                 3155.3540             3437 
     3189.6091                 3217.7380                 3919.5797             3438 
Zero-point correction (Hartree): 0.111492 3439 
 3440 
HOCHCHCH2CH2OO.Zlptt 3441 
~~~~~~~~~~~~~~~~~~~~ 3442 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13906481  3443 
Electronic state : 2-A 3444 
Cartesian coordinates (Angs): 3445 
     C      -2.005846     -0.189901       0.557402 3446 
     C      -1.055449      0.728700       0.636447 3447 
     C      -0.149303      1.104773      -0.494933 3448 
     C       1.307147      0.824153      -0.185709 3449 
     O       1.465252     -0.607883      -0.080592 3450 
     O       2.673323     -0.927575       0.263857 3451 
     O      -2.267356     -0.865206      -0.597161 3452 
     H      -2.627361     -0.440774       1.408355 3453 
     H      -0.920009      1.219966       1.591008 3454 
     H      -0.434299      0.569448      -1.399886 3455 
     H      -0.232266      2.172840      -0.710148 3456 
     H       1.972741      1.163634      -0.978403 3457 
     H       1.622660      1.253347       0.765125 3458 
     H      -2.930518     -1.539498      -0.444117 3459 
Rotational constants (GHz):    5.0261900    1.3870900    1.2335400 3460 
Vibrational harmonic frequencies (cm-1): 3461 
       21.3258                   66.7347                  117.6948             3462 
      209.2188                  235.3191                  293.1693             3463 
      337.7011                  470.2339                  570.4101             3464 
      675.2776                  764.1390                  852.0397             3465 
      890.5305                  971.6337                 1039.7919             3466 
     1062.8667                 1072.7564                 1140.2453             3467 
     1216.0551                 1265.2629                 1288.7033             3468 
     1296.4313                 1299.1031                 1356.4039             3469 
     1399.5920                 1448.0565                 1478.8844             3470 
     1502.9722                 1786.2420                 3066.2634             3471 
     3082.7260                 3125.5137                 3141.4267             3472 
     3187.1186                 3213.1129                 3920.4763             3473 
Zero-point correction (Hartree): 0.111324 3474 
 3475 
HOCHCHCH2CH2OO.Zpmmc 3476 
~~~~~~~~~~~~~~~~~~~~ 3477 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.60037010  3478 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53772838  3479 
     T1 diagnostic:  0.022191  3480 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49448818  3481 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52479655  3482 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49774632  3483 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52669599  3484 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13149271  3485 
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E(UHF/Aug-CC-pVTZ) (Hartree): -380.12616632  3486 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14414641  3487 
Electronic state : 2-A 3488 
Cartesian coordinates (Angs): 3489 
     C       1.838020      0.079555       0.342809 3490 
     C       1.016432      1.117681       0.218070 3491 
     C      -0.200990      1.144807      -0.658951 3492 
     C      -1.489617      0.807122       0.068881 3493 
     O      -1.451380     -0.522535       0.649006 3494 
     O      -1.199537     -1.432397      -0.236220 3495 
     O       1.729213     -1.129048      -0.251044 3496 
     H       2.725321      0.135368       0.959152 3497 
     H       1.258623      2.004009       0.787568 3498 
     H      -0.332366      2.141817      -1.082837 3499 
     H      -0.092628      0.466424      -1.506073 3500 
     H      -1.657397      1.451712       0.929058 3501 
     H      -2.353180      0.834791      -0.595467 3502 
     H       0.842185     -1.257284      -0.610196 3503 
Rotational constants (GHz):    3.8427200    2.2415600    1.6192300 3504 
Vibrational harmonic frequencies (cm-1): 3505 
       53.1930                  131.5021                  148.7968             3506 
      214.3796                  291.8812                  357.7868             3507 
      466.1477                  541.8760                  599.5496             3508 
      667.3210                  761.4688                  849.8795             3509 
      886.5390                  981.9506                  996.2389             3510 
     1037.1786                 1088.8224                 1148.0690             3511 
     1222.6972                 1260.3105                 1275.4686             3512 
     1306.3988                 1351.2209                 1373.7689             3513 
     1404.3696                 1442.6719                 1490.4872             3514 
     1495.2118                 1747.8273                 3075.1083             3515 
     3090.8924                 3114.1355                 3157.0129             3516 
     3205.6803                 3226.0874                 3797.6382             3517 
Zero-point correction (Hartree): 0.112222 3518 
 3519 
HOCHCHCH2CH2OO.Zptpc 3520 
~~~~~~~~~~~~~~~~~~~~ 3521 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14299943  3522 
Electronic state : 2-A 3523 
Cartesian coordinates (Angs): 3524 
     C       1.990719     -0.256495       0.149012 3525 
     C       1.485695      0.947781      -0.106531 3526 
     C       0.056334      1.134753      -0.529354 3527 
     C      -0.937822      0.806510       0.595548 3528 
     O      -2.050788      0.022964       0.099607 3529 
     O      -1.651134     -1.141169      -0.305940 3530 
     O       1.331854     -1.432158       0.068728 3531 
     H       3.017806     -0.397564       0.456449 3532 
     H       2.133420      1.803863       0.003447 3533 
     H      -0.110610      2.147300      -0.887896 3534 
     H      -0.173160      0.466885      -1.364114 3535 
     H      -0.471153      0.216023       1.382390 3536 
     H      -1.404024      1.688816       1.026043 3537 
     H       0.398713     -1.317709      -0.167528 3538 
Rotational constants (GHz):    4.3235600    1.9772300    1.4811700 3539 
Vibrational harmonic frequencies (cm-1): 3540 
       86.7356                  102.9580                  196.4536             3541 
      219.3773                  324.4331                  366.9969             3542 
      522.0243                  568.6202                  624.7459             3543 
      707.6098                  753.2826                  813.2521             3544 
      954.6509                  992.7960                 1003.1022             3545 
     1032.6939                 1079.1186                 1135.4807             3546 
     1230.2006                 1263.6910                 1287.2719             3547 
     1308.1613                 1339.8173                 1375.1774             3548 
     1399.4617                 1431.3431                 1493.5697             3549 
     1509.4091                 1733.6295                 3059.1022             3550 
     3101.0760                 3136.5884                 3168.4579             3551 
     3216.8284                 3242.0571                 3721.9528             3552 
Zero-point correction (Hartree): 0.112774 3553 
 3554 
 3555 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Zp 3556 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 3557 
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E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57530128  3558 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.50813416  3559 
     T1 diagnostic:  0.028163  3560 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46065809  3561 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.48930848  3562 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47781124  3563 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50213210  3564 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.10312287  3565 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08321231  3566 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11528532  3567 
Electronic state : 2-A 3568 
Cartesian coordinates (Angs): 3569 
     C      -1.313651      0.291233       0.341855 3570 
     C      -0.290224      1.192205       0.597926 3571 
     C       0.894511      1.228012      -0.296765 3572 
     C       1.630403     -0.125664      -0.144674 3573 
     O       0.687093     -1.170389      -0.292135 3574 
     O      -0.130432     -1.179717       0.824619 3575 
     O      -1.677701     -0.116515      -0.885788 3576 
     H      -2.107594      0.163169       1.065677 3577 
     H      -0.202646      1.551906       1.612946 3578 
     H       0.601424      1.347293      -1.342140 3579 
     H       1.571932      2.041338      -0.041842 3580 
     H       2.372267     -0.273285      -0.929519 3581 
     H       2.096557     -0.203814       0.837668 3582 
     H      -0.889856     -0.408346      -1.366413 3583 
Rotational constants (GHz):    3.8895600    2.8846500    2.2593700 3584 
Vibrational harmonic frequencies (cm-1): 3585 
     i623.4638                  177.6328                  248.3701             3586 
      280.9721                  391.9599                  432.6138             3587 
      452.0873                  500.3075                  587.6845             3588 
      663.9523                  737.8072                  875.1450             3589 
      919.1406                  932.5186                  979.4588             3590 
     1017.9830                 1061.3809                 1077.5628             3591 
     1148.8220                 1210.9937                 1256.2309             3592 
     1268.3454                 1318.6422                 1340.3793             3593 
     1369.6287                 1434.1885                 1484.4078             3594 
     1497.9549                 1538.4045                 3065.6462             3595 
     3076.6998                 3128.7866                 3140.1905             3596 
     3209.6855                 3225.6704                 3759.1579             3597 
Zero-point correction (Hartree): 0.111198 3598 
 3599 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Zt 3600 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 3601 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11419635  3602 
Electronic state : 2-A 3603 
Cartesian coordinates (Angs): 3604 
     C      -1.287511      0.259883       0.386557 3605 
     C      -0.294591      1.181154       0.633815 3606 
     C       0.851787      1.247950      -0.305377 3607 
     C       1.636262     -0.084230      -0.149982 3608 
     O       0.753486     -1.169180      -0.328771 3609 
     O      -0.090769     -1.241275       0.751995 3610 
     O      -1.630822     -0.007392      -0.891770 3611 
     H      -2.019276      0.015380       1.147963 3612 
     H      -0.171789      1.509338       1.655646 3613 
     H       0.518979      1.326247      -1.338814 3614 
     H       1.519237      2.078630      -0.080707 3615 
     H       2.397095     -0.186422      -0.923444 3616 
     H       2.090673     -0.145555       0.840312 3617 
     H      -2.025769     -0.883393      -0.942661 3618 
Rotational constants (GHz):    3.8492700    2.8899600    2.2304200 3619 
Vibrational harmonic frequencies (cm-1): 3620 
     i636.9546                  172.7885                  237.3710             3621 
      258.3095                  345.3806                  425.8914             3622 
      446.6402                  470.7412                  581.9767             3623 
      665.6133                  750.0642                  868.5386             3624 
      930.9654                  944.1562                  984.0003             3625 
     1021.3281                 1065.7209                 1080.7316             3626 
     1155.5223                 1207.5550                 1260.3485             3627 
     1273.2681                 1283.4913                 1320.2074             3628 
     1368.5899                 1434.2763                 1481.3443             3629 
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     1490.0791                 1559.9629                 3068.6534             3630 
     3091.3822                 3132.4485                 3147.5517             3631 
     3178.7540                 3223.6184                 3862.1701             3632 
Zero-point correction (Hartree): 0.111151 3633 
 3634 
 3635 
################################################################################# 3636 
E-HOCH=C(CH3)CH2CH2OO ring closure and H-shift 3637 
################################################################################# 3638 
 3639 
HOCHCCH3CH2CH2OO.Ecppc 3640 
~~~~~~~~~~~~~~~~~~~~~~ 3641 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45033361  3642 
Electronic state : 2-A 3643 
Cartesian coordinates (Angs): 3644 
     C      -1.103065     -0.871471       0.191141 3645 
     C      -0.923169      0.437989       0.049117 3646 
     C       0.395924      1.105234       0.334463 3647 
     C       1.491277      0.242106       0.917800 3648 
     O       1.954620     -0.751298      -0.027162 3649 
     O       2.592063     -0.202878      -1.014324 3650 
     O      -2.250252     -1.571520      -0.021246 3651 
     H      -0.307885     -1.538884       0.491128 3652 
     C      -1.996493      1.381879      -0.412544 3653 
     H       0.784451      1.565845      -0.579038 3654 
     H       0.231319      1.930178       1.035728 3655 
     H       2.356948      0.841506       1.192988 3656 
     H       1.153244     -0.338338       1.774789 3657 
     H      -2.959546     -0.976412      -0.277049 3658 
     H      -2.282302      2.070261       0.386228 3659 
     H      -2.903590      0.887905      -0.759677 3660 
     H      -1.630930      1.989086      -1.243099 3661 
Rotational constants (GHz):    3.2229900    1.1959300    1.0071900 3662 
Vibrational harmonic frequencies (cm-1): 3663 
       51.8982                   69.8197                   73.8428             3664 
      147.1759                  217.6721                  261.0593             3665 
      300.7799                  325.5790                  340.9710             3666 
      477.0424                  492.8291                  545.1056             3667 
      613.4975                  792.7749                  844.9085             3668 
      922.6439                  972.1016                  990.6421             3669 
     1022.9268                 1055.5205                 1118.1250             3670 
     1179.2911                 1217.1855                 1231.9348             3671 
     1277.5549                 1296.8105                 1317.5123             3672 
     1396.5873                 1402.2311                 1423.3292             3673 
     1438.1956                 1472.3417                 1478.9286             3674 
     1496.0521                 1505.6938                 1781.0266             3675 
     3038.5655                 3048.2013                 3068.5338             3676 
     3098.9307                 3100.1948                 3124.0822             3677 
     3154.6785                 3232.9326                 3881.6709             3678 
Zero-point correction (Hartree): 0.139650 3679 
 3680 
HOCHCCH3CH2CH2OO.Ecppt 3681 
~~~~~~~~~~~~~~~~~~~~~~ 3682 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45049488  3683 
Electronic state : 2-A 3684 
Cartesian coordinates (Angs): 3685 
     C      -1.104756     -0.841832       0.194140 3686 
     C      -0.917761      0.462519       0.041328 3687 
     C       0.404086      1.129509       0.303331 3688 
     C       1.497118      0.278838       0.908852 3689 
     O       1.943860     -0.756505       0.000620 3690 
     O       2.585868     -0.256450      -1.009129 3691 
     O      -2.321172     -1.428384      -0.034035 3692 
     H      -0.313292     -1.514921       0.498488 3693 
     C      -2.014262      1.373580      -0.423936 3694 
     H       0.789235      1.563549      -0.624469 3695 
     H       0.244566      1.974288       0.981369 3696 
     H       2.371537      0.878173       1.155111 3697 
     H       1.158947     -0.265689       1.789342 3698 
     H      -2.238138     -2.380469       0.030156 3699 
     H      -2.237775      2.126436       0.335668 3700 
     H      -2.924844      0.823720      -0.643640 3701 
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     H      -1.705234      1.909941      -1.323966 3702 
Rotational constants (GHz):    3.2608800    1.1933500    1.0065700 3703 
Vibrational harmonic frequencies (cm-1): 3704 
       64.2134                   69.7592                  128.4212             3705 
      147.9245                  202.7073                  220.2890             3706 
      280.1259                  304.5266                  309.7661             3707 
      459.1385                  476.7862                  545.6244             3708 
      617.3729                  804.5104                  838.1869             3709 
      894.5427                  972.8820                  987.6513             3710 
     1020.9739                 1061.4689                 1119.3137             3711 
     1187.0261                 1200.6626                 1231.1333             3712 
     1279.8442                 1304.1932                 1315.6101             3713 
     1387.4788                 1398.6469                 1409.4114             3714 
     1438.5514                 1469.9868                 1491.9479             3715 
     1493.7130                 1495.7324                 1800.1772             3716 
     3041.0298                 3049.1693                 3070.3455             3717 
     3095.7183                 3097.7090                 3153.4042             3718 
     3168.7181                 3202.3506                 3921.7865             3719 
Zero-point correction (Hartree): 0.139493 3720 
 3721 
HOCHCCH3CH2CH2OO.Ecptc 3722 
~~~~~~~~~~~~~~~~~~~~~~ 3723 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44964409  3724 
Electronic state : 2-A 3725 
Cartesian coordinates (Angs): 3726 
     C       0.958460      0.920769       0.176224 3727 
     C       1.056457     -0.394701       0.011636 3728 
     C      -0.134754     -1.309029       0.129860 3729 
     C      -1.439234     -0.683554       0.559397 3730 
     O      -1.928124      0.141653      -0.523660 3731 
     O      -3.012965      0.767980      -0.188622 3732 
     O       1.964580      1.833701       0.114548 3733 
     H       0.017272      1.414141       0.372494 3734 
     C       2.341567     -1.103477      -0.306493 3735 
     H      -0.295534     -1.825626      -0.822258 3736 
     H       0.096126     -2.096372       0.854757 3737 
     H      -2.201540     -1.437712       0.748404 3738 
     H      -1.336795     -0.046262       1.437080 3739 
     H       2.803597      1.393954      -0.044874 3740 
     H       2.649076     -1.746589       0.521495 3741 
     H       3.173599     -0.436166      -0.529254 3742 
     H       2.211299     -1.746085      -1.179711 3743 
Rotational constants (GHz):    3.3065000    1.1620200    0.9115700 3744 
Vibrational harmonic frequencies (cm-1): 3745 
       39.4128                   52.5256                   72.1304             3746 
      128.7292                  228.7058                  257.5636             3747 
      290.8939                  323.7623                  338.1896             3748 
      394.0621                  493.4623                  563.6174             3749 
      607.2767                  795.5039                  831.6187             3750 
      933.5204                  977.2514                 1009.9132             3751 
     1030.1231                 1074.5935                 1109.3652             3752 
     1180.0895                 1216.7749                 1236.2106             3753 
     1283.9118                 1295.7526                 1302.1399             3754 
     1391.7808                 1407.0620                 1424.9217             3755 
     1441.9287                 1471.4976                 1479.7302             3756 
     1505.3723                 1508.0329                 1781.5179             3757 
     3035.6387                 3047.6372                 3061.6866             3758 
     3090.1179                 3098.7149                 3125.4747             3759 
     3142.3662                 3234.4097                 3881.7042             3760 
Zero-point correction (Hartree): 0.139416 3761 
 3762 
HOCHCCH3CH2CH2OO.Ecptt 3763 
~~~~~~~~~~~~~~~~~~~~~~ 3764 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45008565  3765 
Electronic state : 2-A 3766 
Cartesian coordinates (Angs): 3767 
     C       0.949245      0.896312       0.173511 3768 
     C       1.049244     -0.416643       0.012924 3769 
     C      -0.135912     -1.337351       0.118120 3770 
     C      -1.445615     -0.719812       0.542801 3771 
     O      -1.925296      0.123323      -0.531726 3772 
     O      -2.955198      0.820810      -0.165589 3773 
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     O       2.041054      1.717938       0.093176 3774 
     H       0.007111      1.392579       0.368978 3775 
     C       2.355536     -1.083852      -0.297378 3776 
     H      -0.284575     -1.849886      -0.838045 3777 
     H       0.095114     -2.126970       0.840052 3778 
     H      -2.210711     -1.475964       0.713060 3779 
     H      -1.351997     -0.094804       1.430111 3780 
     H       1.762803      2.632521       0.154340 3781 
     H       2.621025     -1.794855       0.488654 3782 
     H       3.160225     -0.360887      -0.395257 3783 
     H       2.281535     -1.650231      -1.228646 3784 
Rotational constants (GHz):    3.3040500    1.1760800    0.9184100 3785 
Vibrational harmonic frequencies (cm-1): 3786 
       39.1216                   64.6219                  128.1937             3787 
      134.5810                  219.8758                  237.7368             3788 
      275.3857                  299.8364                  306.6485             3789 
      395.6929                  461.5607                  564.4930             3790 
      611.0092                  806.0451                  825.4997             3791 
      902.5628                  978.5088                 1008.2744             3792 
     1030.0588                 1075.5645                 1111.3507             3793 
     1188.2078                 1201.5821                 1235.4196             3794 
     1286.3389                 1298.9974                 1305.7658             3795 
     1387.2775                 1395.9645                 1413.2556             3796 
     1443.2880                 1469.1613                 1493.2110             3797 
     1494.0080                 1506.8397                 1800.8022             3798 
     3038.4796                 3048.6987                 3064.8658             3799 
     3089.6645                 3094.9998                 3142.0858             3800 
     3168.8376                 3203.8529                 3920.8200             3801 
Zero-point correction (Hartree): 0.139353 3802 
 3803 
HOCHCCH3CH2CH2OO.Ectpc 3804 
~~~~~~~~~~~~~~~~~~~~~~ 3805 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45041178  3806 
Electronic state : 2-A 3807 
Cartesian coordinates (Angs): 3808 
     C       1.572068     -0.848306      -0.035840 3809 
     C       1.048365      0.370431       0.058022 3810 
     C      -0.430853      0.592940       0.216823 3811 
     C      -1.275230     -0.662205       0.231476 3812 
     O      -2.664912     -0.314663       0.411511 3813 
     O      -3.163533      0.215424      -0.662995 3814 
     O       2.883973     -1.174345      -0.191749 3815 
     H       0.970192     -1.745366       0.005025 3816 
     C       1.858942      1.633757       0.008171 3817 
     H      -0.617029      1.146169       1.142711 3818 
     H      -0.792868      1.228042      -0.596810 3819 
     H      -1.198296     -1.223420      -0.698772 3820 
     H      -1.047709     -1.305710       1.079830 3821 
     H       3.418857     -0.378750      -0.252772 3822 
     H       2.936081      1.471320      -0.013281 3823 
     H       1.647700      2.253607       0.881680 3824 
     H       1.599093      2.223085      -0.873668 3825 
Rotational constants (GHz):    4.4348700    0.9033900    0.7892900 3826 
Vibrational harmonic frequencies (cm-1): 3827 
       53.6282                   69.9208                   88.4423             3828 
      135.7319                  170.3219                  257.5520             3829 
      290.1776                  336.9574                  353.7257             3830 
      404.0617                  491.8700                  547.3106             3831 
      647.4542                  792.2281                  844.8403             3832 
      918.2831                  977.5671                 1004.5079             3833 
     1035.6693                 1091.3277                 1117.8562             3834 
     1178.3510                 1218.5345                 1240.8101             3835 
     1279.3550                 1293.0455                 1329.7371             3836 
     1349.0943                 1410.2839                 1426.3496             3837 
     1442.5403                 1479.1171                 1490.3443             3838 
     1503.1670                 1506.4381                 1778.2516             3839 
     3040.4836                 3052.2854                 3075.5687             3840 
     3093.2477                 3105.0726                 3127.5160             3841 
     3154.5866                 3227.0072                 3881.4336             3842 
Zero-point correction (Hartree): 0.139679 3843 
 3844 
HOCHCCH3CH2CH2OO.Ectpt 3845 
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~~~~~~~~~~~~~~~~~~~~~~ 3846 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45000645  3847 
Electronic state : 2-A 3848 
Cartesian coordinates (Angs): 3849 
     C       1.577852     -0.819250      -0.040591 3850 
     C       1.039649      0.390526       0.048849 3851 
     C      -0.439288      0.606583       0.202344 3852 
     C      -1.275694     -0.652926       0.243520 3853 
     O      -2.668115     -0.314816       0.420538 3854 
     O      -3.177044      0.179949      -0.665932 3855 
     O       2.928480     -1.001619      -0.177833 3856 
     H       0.988561     -1.727576      -0.009288 3857 
     C       1.873460      1.636055       0.003073 3858 
     H      -0.626141      1.177823       1.116948 3859 
     H      -0.803352      1.224427      -0.623312 3860 
     H      -1.197913     -1.231149      -0.676395 3861 
     H      -1.040261     -1.278141       1.103607 3862 
     H       3.126312     -1.936141      -0.247113 3863 
     H       2.928756      1.407436      -0.114273 3864 
     H       1.742175      2.216290       0.919033 3865 
     H       1.559429      2.272992      -0.826568 3866 
Rotational constants (GHz):    4.5430900    0.8957900    0.7869900 3867 
Vibrational harmonic frequencies (cm-1): 3868 
       66.1054                   81.8442                  118.2333             3869 
      133.7300                  168.4497                  211.6414             3870 
      270.5425                  300.3762                  340.0182             3871 
      401.4638                  463.2389                  548.0668             3872 
      655.0680                  787.2887                  856.5622             3873 
      882.6100                  976.6554                 1004.0975             3874 
     1038.8936                 1090.5760                 1119.9076             3875 
     1183.3872                 1200.1907                 1240.4372             3876 
     1284.8237                 1297.3005                 1328.9850             3877 
     1344.8630                 1391.9456                 1417.1383             3878 
     1441.1149                 1486.2883                 1493.8206             3879 
     1495.3588                 1502.2354                 1796.0394             3880 
     3042.9124                 3052.9699                 3078.1945             3881 
     3090.6331                 3100.8132                 3151.6730             3882 
     3170.4785                 3193.7375                 3923.0461             3883 
Zero-point correction (Hartree): 0.139478 3884 
 3885 
HOCHCCH3CH2CH2OO.Ecttc 3886 
~~~~~~~~~~~~~~~~~~~~~~ 3887 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44977810  3888 
Electronic state : 2-A 3889 
Cartesian coordinates (Angs): 3890 
     C       1.488099     -0.916064      -0.005446 3891 
     C       1.157250      0.372000      -0.004153 3892 
     C      -0.277382      0.825472      -0.006417 3893 
     C      -1.301472     -0.284018       0.000130 3894 
     O      -2.599710      0.348790       0.000616 3895 
     O      -3.555657     -0.527145       0.004487 3896 
     O       2.740169     -1.447403       0.002084 3897 
     H       0.750225     -1.706120      -0.013362 3898 
     C       2.156681      1.492604       0.004339 3899 
     H      -0.453841      1.465276       0.863764 3900 
     H      -0.454740      1.456607      -0.882589 3901 
     H      -1.248142     -0.912948      -0.888009 3902 
     H      -1.243594     -0.906166       0.892763 3903 
     H       3.398381     -0.748000       0.022418 3904 
     H       3.194147      1.164942      -0.051675 3905 
     H       2.053967      2.092384       0.911142 3906 
     H       1.986132      2.160124      -0.842661 3907 
Rotational constants (GHz):    4.5196000    0.8584100    0.7311900 3908 
Vibrational harmonic frequencies (cm-1): 3909 
       39.9873                   66.4798                  104.0525             3910 
      118.0175                  126.4742                  258.2234             3911 
      277.4712                  336.0857                  345.7019             3912 
      356.7540                  491.5233                  552.7374             3913 
      628.5252                  781.4722                  838.9029             3914 
      916.1860                 1004.7024                 1027.4762             3915 
     1032.3684                 1102.6472                 1113.7519             3916 
     1180.2951                 1219.2221                 1231.7335             3917 
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     1285.5998                 1297.2377                 1310.4639             3918 
     1346.4920                 1411.7788                 1429.2141             3919 
     1447.0180                 1479.5478                 1495.7512             3920 
     1506.2214                 1512.9631                 1778.6707             3921 
     3041.0038                 3052.2032                 3069.5630             3922 
     3084.7357                 3103.9782                 3128.5020             3923 
     3142.6828                 3227.4756                 3881.6338             3924 
Zero-point correction (Hartree): 0.139386 3925 
 3926 
HOCHCCH3CH2CH2OO.Ecttt 3927 
~~~~~~~~~~~~~~~~~~~~~~ 3928 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44960190  3929 
Electronic state : 2-A 3930 
Cartesian coordinates (Angs): 3931 
     C       1.497402     -0.887783       0.000047 3932 
     C       1.149149      0.392873      -0.000195 3933 
     C      -0.286555      0.836909      -0.000243 3934 
     C      -1.302947     -0.279254       0.000509 3935 
     O      -2.608087      0.338922       0.000809 3936 
     O      -3.554154     -0.547667      -0.000566 3937 
     O       2.808980     -1.279956       0.000127 3938 
     H       0.772529     -1.692773       0.000239 3939 
     C       2.167038      1.493856      -0.000459 3940 
     H      -0.464979      1.472336       0.872425 3941 
     H      -0.465223      1.471424      -0.873521 3942 
     H      -1.242267     -0.904675      -0.889847 3943 
     H      -1.241502     -0.903978       0.891323 3944 
     H       2.863827     -2.236095       0.000007 3945 
     H       3.180058      1.102198      -0.000860 3946 
     H       2.039886      2.130695       0.877666 3947 
     H       2.039237      2.130865      -0.878364 3948 
Rotational constants (GHz):    4.6297500    0.8525500    0.7297200 3949 
Vibrational harmonic frequencies (cm-1): 3950 
       61.1190                   98.7035                  106.0269             3951 
      120.7515                  124.9046                  216.6812             3952 
      263.0903                  301.9858                  333.7557             3953 
      352.6867                  461.9462                  551.4865             3954 
      637.3932                  777.7230                  851.1881             3955 
      881.7542                 1005.5986                 1027.6191             3956 
     1032.6477                 1105.6258                 1112.9235             3957 
     1188.1821                 1201.6842                 1231.4127             3958 
     1295.4491                 1297.7054                 1308.7258             3959 
     1343.6335                 1393.4035                 1420.2363             3960 
     1446.5771                 1489.3928                 1494.3233             3961 
     1498.0086                 1512.2925                 1796.4653             3962 
     3043.6363                 3052.7079                 3072.4169             3963 
     3082.2130                 3100.2050                 3139.7630             3964 
     3170.4924                 3194.7409                 3923.5816             3965 
Zero-point correction (Hartree): 0.139248 3966 
 3967 
HOCHCCH3CH2CH2OO.Egmpc 3968 
~~~~~~~~~~~~~~~~~~~~~~ 3969 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45079312  3970 
Electronic state : 2-A 3971 
Cartesian coordinates (Angs): 3972 
     C      -1.828722      0.593462      -0.318153 3973 
     C      -0.749123      0.228923       0.366273 3974 
     C       0.356813      1.221157       0.592489 3975 
     C       1.588782      1.000573      -0.274274 3976 
     O       2.226603     -0.254941       0.045546 3977 
     O       1.867639     -1.208950      -0.758884 3978 
     O      -2.888998     -0.203964      -0.611804 3979 
     H      -1.967069      1.592998      -0.708991 3980 
     C      -0.625813     -1.165153       0.928019 3981 
     H       0.001192      2.230566       0.374814 3982 
     H       0.665992      1.211051       1.640907 3983 
     H       1.340216      0.972306      -1.333044 3984 
     H       2.348091      1.756234      -0.075769 3985 
     H      -2.717138     -1.099473      -0.304838 3986 
     H      -0.474526     -1.911017       0.144251 3987 
     H      -1.516950     -1.442277       1.497998 3988 
     H       0.226614     -1.241311       1.599681 3989 
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Rotational constants (GHz):    3.5834100    1.2111900    1.0713800 3990 
Vibrational harmonic frequencies (cm-1): 3991 
       39.9458                   73.1485                  128.2640             3992 
      167.4782                  175.8704                  263.8396             3993 
      308.0215                  339.6564                  396.1107             3994 
      471.1996                  520.2774                  540.9332             3995 
      609.5298                  795.0616                  861.5924             3996 
      923.9655                  937.1037                 1016.3156             3997 
     1031.4899                 1050.5768                 1093.6730             3998 
     1179.3530                 1227.8926                 1241.8213             3999 
     1251.0525                 1320.3644                 1328.3232             4000 
     1378.4174                 1391.6522                 1405.0569             4001 
     1421.3944                 1470.4582                 1481.4939             4002 
     1496.5170                 1502.0666                 1765.0900             4003 
     3040.3305                 3053.9698                 3088.4239             4004 
     3093.0150                 3102.2243                 3146.0031             4005 
     3158.5547                 3212.6987                 3861.4501             4006 
Zero-point correction (Hartree): 0.139792 4007 
 4008 
HOCHCCH3CH2CH2OO.Elmmc 4009 
~~~~~~~~~~~~~~~~~~~~~~ 4010 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45242156  4011 
Electronic state : 2-A 4012 
Cartesian coordinates (Angs): 4013 
     C       2.013050     -0.583300       0.048600 4014 
     C       0.822405     -0.037761       0.280218 4015 
     C      -0.330897     -0.920787       0.665404 4016 
     C      -1.401168     -1.046745      -0.407538 4017 
     O      -2.022990      0.228051      -0.691483 4018 
     O      -2.717012      0.653555       0.318701 4019 
     O       3.144830      0.064818      -0.333535 4020 
     H       2.192013     -1.644901       0.158839 4021 
     C       0.576416      1.443144       0.170143 4022 
     H       0.025312     -1.930256       0.878572 4023 
     H      -0.813437     -0.547858       1.572093 4024 
     H      -0.979016     -1.352464      -1.363281 4025 
     H      -2.195381     -1.728309      -0.105657 4026 
     H       2.954627      0.995628      -0.481461 4027 
     H       0.217636      1.728786      -0.820826 4028 
     H       1.471402      2.028463       0.390908 4029 
     H      -0.190622      1.752218       0.880397 4030 
Rotational constants (GHz):    4.6129000    1.0605600    0.9487100 4031 
Vibrational harmonic frequencies (cm-1): 4032 
       38.6505                   77.3705                  130.5209             4033 
      169.8811                  176.6163                  264.7294             4034 
      311.8036                  328.6012                  402.1490             4035 
      459.2398                  517.9373                  551.3201             4036 
      617.6214                  797.0893                  847.4594             4037 
      928.4938                  943.3898                  996.1643             4038 
     1036.3604                 1052.8646                 1106.3434             4039 
     1176.3255                 1219.7146                 1234.3742             4040 
     1269.0028                 1305.5852                 1318.0439             4041 
     1378.3035                 1395.9793                 1409.7986             4042 
     1426.5379                 1469.6655                 1485.0410             4043 
     1489.3419                 1505.1048                 1769.2464             4044 
     3047.6348                 3061.1003                 3088.9961             4045 
     3104.5789                 3110.0293                 3124.2378             4046 
     3153.5715                 3211.4230                 3868.8059             4047 
Zero-point correction (Hartree): 0.139827 4048 
 4049 
HOCHCCH3CH2CH2OO.Elmmt 4050 
~~~~~~~~~~~~~~~~~~~~~~ 4051 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45107126  4052 
Electronic state : 2-A 4053 
Cartesian coordinates (Angs): 4054 
     C      -2.045545     -0.556310      -0.080610 4055 
     C      -0.840502     -0.020493      -0.231501 4056 
     C       0.320886     -0.905756      -0.581414 4057 
     C       1.398805     -0.977272       0.489546 4058 
     O       2.113025      0.274231       0.616461 4059 
     O       2.827360      0.521781      -0.437538 4060 
     O      -3.140708      0.192148       0.252576 4061 
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     H      -2.218904     -1.618909      -0.211558 4062 
     C      -0.596830      1.451270      -0.071279 4063 
     H      -0.024704     -1.925997      -0.758613 4064 
     H       0.802291     -0.563348      -1.501394 4065 
     H       0.977864     -1.144065       1.479792 4066 
     H       2.140528     -1.740460       0.258152 4067 
     H      -3.929223     -0.350927       0.223254 4068 
     H      -0.062021      1.665449       0.855983 4069 
     H      -1.533593      2.002421      -0.061156 4070 
     H       0.029452      1.821923      -0.884911 4071 
Rotational constants (GHz):    4.9357000    1.0140300    0.9163200 4072 
Vibrational harmonic frequencies (cm-1): 4073 
       36.7960                   71.9341                  147.3537             4074 
      166.4145                  200.7384                  220.6476             4075 
      267.5188                  297.9678                  374.2763             4076 
      433.4844                  506.7578                  553.2612             4077 
      611.9254                  806.4659                  851.1981             4078 
      888.6263                  946.0686                  989.6621             4079 
     1041.5967                 1058.7229                 1110.1534             4080 
     1180.1000                 1210.4322                 1229.0814             4081 
     1272.1106                 1305.5993                 1308.5329             4082 
     1380.5998                 1394.8994                 1397.4725             4083 
     1430.8916                 1468.7159                 1487.8996             4084 
     1493.0969                 1493.7255                 1791.2177             4085 
     3056.7129                 3057.7261                 3087.8331             4086 
     3106.6378                 3107.8842                 3152.1624             4087 
     3161.8569                 3175.6031                 3920.5807             4088 
Zero-point correction (Hartree): 0.139544 4089 
 4090 
HOCHCCH3CH2CH2OO.Elmtc 4091 
~~~~~~~~~~~~~~~~~~~~~~ 4092 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45103902  4093 
Electronic state : 2-A 4094 
Cartesian coordinates (Angs): 4095 
     C       2.057130     -0.569428      -0.201725 4096 
     C       0.932723     -0.082448       0.315439 4097 
     C      -0.172671     -1.032065       0.687609 4098 
     C      -1.412079     -0.918236      -0.180575 4099 
     O      -2.063491      0.337284       0.123070 4100 
     O      -3.099629      0.531724      -0.632015 4101 
     O       3.138556      0.138524      -0.620488 4102 
     H       2.215710     -1.631877      -0.333222 4103 
     C       0.710421      1.388304       0.540609 4104 
     H       0.181427     -2.060750       0.604398 4105 
     H      -0.471987     -0.880858       1.728956 4106 
     H      -1.171835     -0.910268      -1.243110 4107 
     H      -2.133812     -1.706963       0.029789 4108 
     H       2.960188      1.080858      -0.554230 4109 
     H       0.152950      1.849424      -0.276981 4110 
     H       1.646002      1.936518       0.665775 4111 
     H       0.124727      1.546901       1.445953 4112 
Rotational constants (GHz):    4.5600900    0.9613500    0.8826200 4113 
Vibrational harmonic frequencies (cm-1): 4114 
       33.2861                   60.1466                   98.9528             4115 
      149.4043                  179.0129                  256.2755             4116 
      302.3820                  334.3240                  390.1704             4117 
      410.9641                  501.4042                  575.1685             4118 
      600.9007                  797.4821                  840.6084             4119 
      925.9919                  961.2699                 1025.1453             4120 
     1044.0113                 1059.1274                 1093.6388             4121 
     1180.0190                 1218.9880                 1237.1159             4122 
     1276.0249                 1295.5166                 1318.5902             4123 
     1380.5161                 1398.0782                 1412.0442             4124 
     1428.2151                 1467.6952                 1485.1955             4125 
     1498.0731                 1503.1657                 1769.5168             4126 
     3049.7919                 3050.6693                 3082.3847             4127 
     3107.0257                 3108.5436                 3125.5393             4128 
     3142.4746                 3209.4681                 3871.6575             4129 
Zero-point correction (Hartree): 0.139551 4130 
 4131 
HOCHCCH3CH2CH2OO.Elmtt 4132 
~~~~~~~~~~~~~~~~~~~~~~ 4133 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44993064  4134 
Electronic state : 2-A 4135 
Cartesian coordinates (Angs): 4136 
     C      -2.102942      0.538206      -0.143436 4137 
     C      -0.937721      0.060986       0.276054 4138 
     C       0.166425      1.019365       0.624421 4139 
     C       1.406567      0.886346      -0.241243 4140 
     O       2.135432     -0.287980       0.187571 4141 
     O       3.181418     -0.493893      -0.550088 4142 
     O      -3.144905     -0.277302      -0.488645 4143 
     H      -2.283931      1.603643      -0.234672 4144 
     C      -0.681508     -1.410118       0.417318 4145 
     H      -0.189171      2.046483       0.528509 4146 
     H       0.472598      0.885162       1.666565 4147 
     H       1.166525      0.752649      -1.295559 4148 
     H       2.081468      1.733116      -0.121316 4149 
     H      -3.916446      0.249339      -0.700408 4150 
     H       0.027256     -1.761330      -0.335032 4151 
     H      -1.602277     -1.977775       0.312444 4152 
     H      -0.236502     -1.626603       1.390083 4153 
Rotational constants (GHz):    4.9541800    0.9345000    0.8533500 4154 
Vibrational harmonic frequencies (cm-1): 4155 
       38.2223                   60.7487                  118.7998             4156 
      167.5998                  208.7623                  239.9630             4157 
      253.9018                  295.9806                  369.6034             4158 
      380.9865                  471.5233                  579.6108             4159 
      597.9815                  807.2849                  841.7321             4160 
      891.1782                  958.9019                 1021.9535             4161 
     1049.8199                 1064.5119                 1098.2331             4162 
     1185.8944                 1209.9780                 1231.6886             4163 
     1279.2776                 1296.1262                 1305.4640             4164 
     1382.0083                 1397.4037                 1398.7941             4165 
     1432.0567                 1465.6511                 1490.4287             4166 
     1496.2937                 1500.0287                 1794.8727             4167 
     3047.2310                 3058.8339                 3081.9629             4168 
     3106.0061                 3109.1757                 3141.2796             4169 
     3163.4507                 3177.9344                 3921.3390             4170 
Zero-point correction (Hartree): 0.139402 4171 
 4172 
HOCHCCH3CH2CH2OO.Elpmc 4173 
~~~~~~~~~~~~~~~~~~~~~~ 4174 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84408640  4175 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77348661  4176 
     T1 diagnostic:  0.020724  4177 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72102249  4178 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76040125  4179 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72446597  4180 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76254263  4181 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18070042  4182 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17544253  4183 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45265451  4184 
Electronic state : 2-A 4185 
Cartesian coordinates (Angs): 4186 
     C      -1.517607     -0.283437      -0.753321 4187 
     C      -0.688102      0.550324      -0.133217 4188 
     C       0.538745      1.038517      -0.843823 4189 
     C       1.838957      0.611526      -0.173038 4190 
     O       1.985009     -0.818500      -0.218460 4191 
     O       1.354129     -1.396059       0.761167 4192 
     O      -2.645530     -0.839962      -0.241593 4193 
     H      -1.353689     -0.601333      -1.774347 4194 
     C      -0.894450      1.005527       1.283658 4195 
     H       0.547096      0.688579      -1.876849 4196 
     H       0.549588      2.133239      -0.871075 4197 
     H       2.704278      0.996970      -0.709256 4198 
     H       1.882456      0.910749       0.873250 4199 
     H      -2.716026     -0.636878       0.695306 4200 
     H      -0.360153      0.364472       1.988530 4201 
     H      -1.947769      1.023448       1.568417 4202 
     H      -0.519904      2.022190       1.415556 4203 
Rotational constants (GHz):    3.0806800    1.3277200    1.2131600 4204 
Vibrational harmonic frequencies (cm-1): 4205 
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       63.9862                  104.7020                  108.6729             4206 
      122.1413                  201.4260                  273.4201             4207 
      300.7804                  361.7789                  395.4514             4208 
      458.0915                  513.3197                  555.9277             4209 
      598.5636                  800.0066                  863.5417             4210 
      918.9867                  962.5085                 1003.3209             4211 
     1035.1931                 1053.7956                 1078.6200             4212 
     1184.2846                 1224.9307                 1237.2872             4213 
     1246.1949                 1314.7995                 1323.2196             4214 
     1372.5476                 1393.5532                 1406.8474             4215 
     1425.4227                 1469.2816                 1484.0931             4216 
     1495.6961                 1505.2614                 1772.5644             4217 
     3040.6819                 3046.7273                 3093.4939             4218 
     3107.1019                 3108.7996                 3113.8965             4219 
     3154.7250                 3216.3431                 3873.0163             4220 
Zero-point correction (Hartree): 0.139845 4221 
 4222 
HOCHCCH3CH2CH2OO.Elpmt 4223 
~~~~~~~~~~~~~~~~~~~~~~ 4224 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45177275  4225 
Electronic state : 2-A 4226 
Cartesian coordinates (Angs): 4227 
     C      -1.510210     -0.336826      -0.690902 4228 
     C      -0.683259      0.546226      -0.145920 4229 
     C       0.539959      0.977063      -0.898706 4230 
     C       1.847651      0.597746      -0.214740 4231 
     O       2.000095     -0.831905      -0.179810 4232 
     O       1.380285     -1.354796       0.837605 4233 
     O      -2.640887     -0.764850      -0.055396 4234 
     H      -1.323918     -0.761340      -1.671016 4235 
     C      -0.911633      1.122466       1.218494 4236 
     H       0.541037      0.556366      -1.905497 4237 
     H       0.548957      2.066978      -1.003651 4238 
     H       2.705532      0.954743      -0.781869 4239 
     H       1.899584      0.958318       0.811076 4240 
     H      -3.092511     -1.415167      -0.594411 4241 
     H      -0.205936      0.698501       1.936264 4242 
     H      -1.917224      0.908862       1.570994 4243 
     H      -0.766517      2.205095       1.209553 4244 
Rotational constants (GHz):    3.1009500    1.3187700    1.1980700 4245 
Vibrational harmonic frequencies (cm-1): 4246 
       57.1189                   93.4475                  104.6185             4247 
      131.9094                  219.1160                  232.0021             4248 
      276.1121                  311.2246                  387.5974             4249 
      438.8327                  494.0006                  557.1893             4250 
      600.1569                  807.2122                  858.7543             4251 
      894.0112                  961.8466                  999.8902             4252 
     1036.6439                 1062.5751                 1080.2574             4253 
     1193.8357                 1210.0610                 1235.1229             4254 
     1248.8211                 1303.8493                 1319.1174             4255 
     1375.2739                 1390.0143                 1398.2793             4256 
     1430.4524                 1469.6591                 1486.2454             4257 
     1489.9780                 1504.9210                 1796.2725             4258 
     3041.9251                 3050.8094                 3095.6879             4259 
     3102.2293                 3104.9275                 3157.8622             4260 
     3162.0273                 3180.0152                 3922.6773             4261 
Zero-point correction (Hartree): 0.139594 4262 
 4263 
HOCHCCH3CH2CH2OO.Elppc 4264 
~~~~~~~~~~~~~~~~~~~~~~ 4265 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45195093  4266 
Electronic state : 2-A 4267 
Cartesian coordinates (Angs): 4268 
     C       1.459781     -0.776614       0.420568 4269 
     C       0.809440      0.376741       0.306445 4270 
     C      -0.482178      0.573410       1.045944 4271 
     C      -1.666117      0.819506       0.124995 4272 
     O      -1.850534     -0.277332      -0.795413 4273 
     O      -2.187652     -1.364440      -0.172854 4274 
     O       2.617064     -1.127776      -0.198308 4275 
     H       1.098108     -1.575173       1.054509 4276 
     C       1.280687      1.502085      -0.571500 4277 
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     H      -0.703645     -0.293698       1.667310 4278 
     H      -0.414759      1.443134       1.707674 4279 
     H      -2.593160      0.935477       0.684486 4280 
     H      -1.513927      1.681988      -0.522449 4281 
     H       2.881434     -0.442781      -0.818407 4282 
     H       0.815043      1.470810      -1.560068 4283 
     H       2.362349      1.500720      -0.714819 4284 
     H       1.027859      2.465136      -0.124337 4285 
Rotational constants (GHz):    3.1403500    1.2648500    1.0636500 4286 
Vibrational harmonic frequencies (cm-1): 4287 
       36.8765                   52.5879                  118.8400             4288 
      127.2007                  205.7481                  263.7766             4289 
      302.9698                  348.2542                  391.2698             4290 
      454.1732                  509.8571                  554.3828             4291 
      615.8995                  799.6879                  843.0226             4292 
      929.9481                  956.6517                  993.0827             4293 
     1035.7560                 1052.2483                 1089.8522             4294 
     1182.5724                 1223.8758                 1230.1082             4295 
     1265.2094                 1299.6920                 1317.9795             4296 
     1377.4525                 1396.8678                 1410.5049             4297 
     1426.5641                 1472.3962                 1486.1949             4298 
     1496.9209                 1505.0832                 1778.0527             4299 
     3041.6380                 3043.2119                 3093.3491             4300 
     3098.9139                 3114.6308                 3121.5831             4301 
     3151.6504                 3215.2843                 3874.0553             4302 
Zero-point correction (Hartree): 0.139665 4303 
 4304 
HOCHCCH3CH2CH2OO.Elppt 4305 
~~~~~~~~~~~~~~~~~~~~~~ 4306 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84385432  4307 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77372382  4308 
     T1 diagnostic:  0.020573  4309 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72095663  4310 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76066693  4311 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72411407  4312 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76253098  4313 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18205719  4314 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17690718  4315 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45188619  4316 
Electronic state : 2-A 4317 
Cartesian coordinates (Angs): 4318 
     C       1.428909     -0.761649       0.387917 4319 
     C       0.808286      0.406145       0.287379 4320 
     C      -0.489208      0.617197       1.011743 4321 
     C      -1.672006      0.827860       0.080720 4322 
     O      -1.862434     -0.311367      -0.786966 4323 
     O      -2.193385     -1.369017      -0.113317 4324 
     O       2.607110     -1.019542      -0.254484 4325 
     H       1.022622     -1.570406       0.984909 4326 
     C       1.341535      1.528230      -0.552156 4327 
     H      -0.712932     -0.230656       1.658873 4328 
     H      -0.426996      1.506181       1.647335 4329 
     H      -2.598217      0.971458       0.635324 4330 
     H      -1.517559      1.658184      -0.605961 4331 
     H       2.895243     -1.912333      -0.060989 4332 
     H       0.735260      1.673752      -1.449666 4333 
     H       2.361263      1.329288      -0.871014 4334 
     H       1.325889      2.467235       0.005707 4335 
Rotational constants (GHz):    3.1486200    1.2674200    1.0540300 4336 
Vibrational harmonic frequencies (cm-1): 4337 
       26.7941                   45.7261                  108.2875             4338 
      130.5170                  215.3615                  233.3374             4339 
      275.5859                  299.0623                  385.1109             4340 
      433.3619                  493.0776                  557.0090             4341 
      615.4538                  807.4477                  840.0362             4342 
      902.1129                  957.7869                  984.3953             4343 
     1035.1859                 1063.0966                 1089.2179             4344 
     1192.4548                 1208.3106                 1233.7179             4345 
     1266.7916                 1301.9615                 1305.5584             4346 
     1381.0377                 1389.3788                 1401.8280             4347 
     1430.7164                 1471.4674                 1487.7331             4348 
     1490.5883                 1502.7339                 1800.3064             4349 
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     3046.1368                 3048.2779                 3093.5697             4350 
     3097.0945                 3117.7039                 3155.1559             4351 
     3161.9043                 3180.8921                 3921.9245             4352 
Zero-point correction (Hartree): 0.139390 4353 
 4354 
HOCHCCH3CH2CH2OO.Elptc 4355 
~~~~~~~~~~~~~~~~~~~~~~ 4356 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45093535  4357 
Electronic state : 2-A 4358 
Cartesian coordinates (Angs): 4359 
     C      -1.721411     -0.587870      -0.547802 4360 
     C      -0.916644      0.407847      -0.192202 4361 
     C       0.248419      0.773116      -1.068863 4362 
     C       1.585035      0.661313      -0.362510 4363 
     O       1.784646     -0.724568      -0.010541 4364 
     O       2.857524     -0.884493       0.700195 4365 
     O      -2.797669     -1.055815       0.136247 4366 
     H      -1.576378     -1.138501      -1.467638 4367 
     C      -1.090617      1.192064       1.078120 4368 
     H       0.263101      0.147565      -1.962174 4369 
     H       0.157778      1.811407      -1.403676 4370 
     H       2.415615      0.956359      -1.002489 4371 
     H       1.620835      1.237491       0.561719 4372 
     H      -2.868588     -0.611774       0.985637 4373 
     H      -0.462934      0.806120       1.885350 4374 
     H      -2.122091      1.195651       1.433353 4375 
     H      -0.812046      2.235865       0.922256 4376 
Rotational constants (GHz):    3.4451300    1.0522800    0.9883000 4377 
Vibrational harmonic frequencies (cm-1): 4378 
       41.6818                   55.6782                   95.2414             4379 
      122.1272                  225.6290                  255.4193             4380 
      298.1443                  341.1793                  386.6297             4381 
      405.9443                  500.7129                  568.1586             4382 
      599.1119                  800.1281                  838.2699             4383 
      929.8089                  959.6360                 1024.2254             4384 
     1049.3828                 1067.1277                 1077.5407             4385 
     1181.2537                 1223.4907                 1231.4619             4386 
     1276.1074                 1297.0730                 1318.4225             4387 
     1380.2345                 1394.1162                 1412.8135             4388 
     1428.6500                 1470.7367                 1488.4428             4389 
     1503.7162                 1508.9518                 1777.2567             4390 
     3043.4882                 3044.8136                 3085.8243             4391 
     3100.1926                 3108.8349                 3116.2341             4392 
     3140.7489                 3215.3730                 3874.7341             4393 
Zero-point correction (Hartree): 0.139571 4394 
 4395 
HOCHCCH3CH2CH2OO.Elptt 4396 
~~~~~~~~~~~~~~~~~~~~~~ 4397 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45062207  4398 
Electronic state : 2-A 4399 
Cartesian coordinates (Angs): 4400 
     C       1.687998     -0.618795       0.492881 4401 
     C       0.915542      0.416456       0.192925 4402 
     C      -0.259700      0.749108       1.067999 4403 
     C      -1.591353      0.659142       0.349459 4404 
     O      -1.802077     -0.723348      -0.011109 4405 
     O      -2.887151     -0.874508      -0.704725 4406 
     O       2.769767     -0.965716      -0.266504 4407 
     H       1.492458     -1.242616       1.357736 4408 
     C       1.163201      1.278087      -1.009050 4409 
     H      -0.285528      0.095656       1.941473 4410 
     H      -0.170140      1.775429       1.437329 4411 
     H      -2.423692      0.956840       0.985921 4412 
     H      -1.613993      1.241844      -0.570464 4413 
     H       3.198522     -1.736052       0.107991 4414 
     H       2.139415      1.075352      -1.441349 4415 
     H       1.111298      2.335820      -0.741319 4416 
     H       0.413215      1.102318      -1.783897 4417 
Rotational constants (GHz):    3.4577100    1.0502500    0.9739700 4418 
Vibrational harmonic frequencies (cm-1): 4419 
       27.8590                   56.3095                   95.1152             4420 
      130.4504                  229.9982                  233.0775             4421 
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      279.8611                  281.8680                  379.0604             4422 
      390.0224                  473.3075                  569.5506             4423 
      599.1604                  808.7278                  835.2397             4424 
      901.7905                  959.8911                 1022.4905             4425 
     1052.1236                 1073.0370                 1076.6099             4426 
     1189.3981                 1207.2794                 1234.9150             4427 
     1275.3578                 1297.3689                 1306.2990             4428 
     1383.6717                 1387.5146                 1402.9185             4429 
     1432.2372                 1469.4858                 1490.7696             4430 
     1493.0623                 1509.5911                 1800.9719             4431 
     3046.6909                 3049.0555                 3088.0839             4432 
     3097.1853                 3103.7458                 3144.0555             4433 
     3161.8549                 3181.6663                 3920.9978             4434 
Zero-point correction (Hartree): 0.139309 4435 
 4436 
HOCHCCH3CH2CH2OO.Eltmc 4437 
~~~~~~~~~~~~~~~~~~~~~~ 4438 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45164869  4439 
Electronic state : 2-A 4440 
Cartesian coordinates (Angs): 4441 
     C       1.811935     -0.907621       0.071422 4442 
     C       1.027333      0.151265       0.247118 4443 
     C      -0.414545     -0.040563       0.622740 4444 
     C      -1.339242      0.420047      -0.492300 4445 
     O      -2.719465      0.331750      -0.081247 4446 
     O      -3.113306     -0.903396      -0.014655 4447 
     O       3.119974     -0.898855      -0.294994 4448 
     H       1.454965     -1.917711       0.221781 4449 
     C       1.516665      1.562881       0.063181 4450 
     H      -0.625008     -1.089135       0.831386 4451 
     H      -0.651596      0.533489       1.523087 4452 
     H      -1.198815      1.472892      -0.733562 4453 
     H      -1.219188     -0.188641      -1.387452 4454 
     H       3.407718      0.001017      -0.472667 4455 
     H       1.385050      1.918785      -0.961790 4456 
     H       2.571892      1.675366       0.319359 4457 
     H       0.964490      2.241889       0.714062 4458 
Rotational constants (GHz):    4.7964600    0.8767900    0.7807500 4459 
Vibrational harmonic frequencies (cm-1): 4460 
       53.7285                   71.7147                   89.4977             4461 
      116.3588                  155.1504                  271.1468             4462 
      307.8924                  327.9762                  383.8881             4463 
      406.1160                  510.9140                  539.2368             4464 
      656.5248                  795.4961                  837.0464             4465 
      933.8506                  968.3074                 1016.5065             4466 
     1043.4275                 1069.7756                 1081.4272             4467 
     1183.6477                 1220.7490                 1236.2731             4468 
     1280.1390                 1307.8771                 1322.0944             4469 
     1335.7953                 1400.0742                 1409.7012             4470 
     1425.2233                 1482.0790                 1491.9171             4471 
     1499.1111                 1505.3858                 1772.0821             4472 
     3043.5621                 3050.7344                 3091.7159             4473 
     3098.1917                 3117.5938                 3121.3765             4474 
     3154.5905                 3218.4321                 3871.8645             4475 
Zero-point correction (Hartree): 0.139597 4476 
 4477 
HOCHCCH3CH2CH2OO.Eltmt 4478 
~~~~~~~~~~~~~~~~~~~~~~ 4479 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45146190  4480 
Electronic state : 2-A 4481 
Cartesian coordinates (Angs): 4482 
     C       1.808449     -0.870946       0.073997 4483 
     C       1.022126      0.185896       0.234148 4484 
     C      -0.415721     -0.007658       0.623098 4485 
     C      -1.359154      0.443369      -0.480086 4486 
     O      -2.733501      0.297045      -0.063681 4487 
     O      -3.085753     -0.951642      -0.027514 4488 
     O       3.119356     -0.754994      -0.294526 4489 
     H       1.443150     -1.880050       0.228246 4490 
     C       1.518328      1.587994       0.035525 4491 
     H      -0.622997     -1.056074       0.837927 4492 
     H      -0.642754      0.569183       1.524220 4493 
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     H      -1.258428      1.504409      -0.700972 4494 
     H      -1.223508     -0.143918      -1.387232 4495 
     H       3.537838     -1.616751      -0.290378 4496 
     H       1.112418      2.031524      -0.876723 4497 
     H       2.602370      1.614041      -0.037457 4498 
     H       1.206935      2.222439       0.868047 4499 
Rotational constants (GHz):    4.7876600    0.8777500    0.7801800 4500 
Vibrational harmonic frequencies (cm-1): 4501 
       56.3337                   61.5398                  111.1569             4502 
      118.4974                  170.4625                  240.0409             4503 
      267.4307                  321.2406                  359.2031             4504 
      385.4776                  485.3416                  538.0905             4505 
      660.2330                  793.0924                  844.5286             4506 
      900.1542                  966.8000                 1014.9355             4507 
     1050.6590                 1070.5620                 1086.7521             4508 
     1194.8091                 1209.8170                 1236.0224             4509 
     1283.4324                 1293.5699                 1325.9942             4510 
     1339.2963                 1393.4718                 1406.7887             4511 
     1430.5021                 1480.0410                 1492.3605             4512 
     1497.0516                 1499.6333                 1795.6914             4513 
     3049.6415                 3051.3162                 3094.9246             4514 
     3099.0336                 3116.9742                 3159.8308             4515 
     3162.0614                 3183.4444                 3918.9380             4516 
Zero-point correction (Hartree): 0.139463 4517 
 4518 
HOCHCCH3CH2CH2OO.Eltpc 4519 
~~~~~~~~~~~~~~~~~~~~~~ 4520 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45201182  4521 
Electronic state : 2-A 4522 
Cartesian coordinates (Angs): 4523 
     C      -2.007490     -0.766543      -0.158771 4524 
     C      -1.003670      0.103506      -0.211088 4525 
     C       0.386922     -0.368660      -0.524399 4526 
     C       1.307083     -0.192810       0.672840 4527 
     O       2.663592     -0.544892       0.329885 4528 
     O       3.209099      0.359872      -0.424121 4529 
     O      -3.304263     -0.488022       0.135709 4530 
     H      -1.870260     -1.819530      -0.365650 4531 
     C      -1.199234      1.573372       0.052831 4532 
     H       0.380775     -1.418458      -0.818898 4533 
     H       0.807641      0.209533      -1.351093 4534 
     H       1.321144      0.836694       1.029090 4535 
     H       1.041753     -0.866617       1.485571 4536 
     H      -3.399346      0.442897       0.356862 4537 
     H      -1.153800      1.815574       1.117656 4538 
     H      -2.155303      1.937117      -0.329843 4539 
     H      -0.421692      2.153930      -0.443958 4540 
Rotational constants (GHz):    5.5881300    0.8426200    0.7822800 4541 
Vibrational harmonic frequencies (cm-1): 4542 
       53.0781                   68.9128                   92.6832             4543 
      134.5309                  153.8551                  269.6361             4544 
      308.6222                  336.0594                  387.3273             4545 
      408.3134                  514.1855                  543.1282             4546 
      658.1054                  792.9716                  836.2138             4547 
      926.7746                  973.8020                 1018.9343             4548 
     1043.2789                 1062.5763                 1082.5295             4549 
     1183.7005                 1225.6114                 1233.7287             4550 
     1283.3615                 1305.6221                 1327.7582             4551 
     1335.9956                 1398.4848                 1407.9966             4552 
     1424.1372                 1481.3396                 1492.3829             4553 
     1498.2498                 1507.0122                 1770.7074             4554 
     3041.9336                 3058.3081                 3092.2916             4555 
     3095.3268                 3114.2838                 3122.0515             4556 
     3156.0048                 3216.5067                 3868.2763             4557 
Zero-point correction (Hartree): 0.139667 4558 
 4559 
HOCHCCH3CH2CH2OO.Eltpt 4560 
~~~~~~~~~~~~~~~~~~~~~~ 4561 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45145415  4562 
Electronic state : 2-A 4563 
Cartesian coordinates (Angs): 4564 
     C      -2.001604     -0.742327      -0.143488 4565 
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     C      -1.003878      0.131352      -0.193096 4566 
     C       0.388943     -0.341258      -0.495733 4567 
     C       1.325429     -0.112698       0.679639 4568 
     O       2.660431     -0.553504       0.354349 4569 
     O       3.240376      0.263637      -0.470784 4570 
     O      -3.284177     -0.367272       0.143806 4571 
     H      -1.843266     -1.799209      -0.327038 4572 
     C      -1.215763      1.598121       0.043935 4573 
     H       0.390938     -1.403170      -0.745496 4574 
     H       0.796207      0.204117      -1.351080 4575 
     H       1.390356      0.938782       0.954426 4576 
     H       1.039528     -0.710211       1.543648 4577 
     H      -3.874869     -1.114517       0.041352 4578 
     H      -0.835668      1.906024       1.020700 4579 
     H      -2.271803      1.852258       0.004772 4580 
     H      -0.683224      2.183896      -0.707787 4581 
Rotational constants (GHz):    5.6476000    0.8348200    0.7774800 4582 
Vibrational harmonic frequencies (cm-1): 4583 
       49.7688                   62.1260                  111.8830             4584 
      127.3880                  172.9634                  210.4648             4585 
      261.2065                  320.6001                  362.4027             4586 
      382.3184                  485.9407                  542.2492             4587 
      657.6454                  793.1815                  842.6844             4588 
      892.9237                  971.7160                 1015.6927             4589 
     1050.5671                 1064.3973                 1088.9214             4590 
     1195.4017                 1206.0764                 1235.3924             4591 
     1278.4451                 1296.7273                 1326.6436             4592 
     1338.9397                 1392.0899                 1404.1120             4593 
     1429.8617                 1479.4113                 1492.5962             4594 
     1497.1967                 1499.5171                 1794.2645             4595 
     3052.0717                 3056.5095                 3095.4248             4596 
     3101.9954                 3108.8201                 3158.4228             4597 
     3161.4501                 3179.2350                 3920.3404             4598 
Zero-point correction (Hartree): 0.139351 4599 
 4600 
HOCHCCH3CH2CH2OO.Elttc 4601 
~~~~~~~~~~~~~~~~~~~~~~ 4602 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45091885  4603 
Electronic state : 2-A 4604 
Cartesian coordinates (Angs): 4605 
     C       2.019457     -0.817672       0.008327 4606 
     C       1.098313      0.106194       0.263784 4607 
     C      -0.265828     -0.308594       0.739631 4608 
     C      -1.331637      0.046086      -0.278635 4609 
     O      -2.612365     -0.306310       0.287546 4610 
     O      -3.586183     -0.017001      -0.518699 4611 
     O       3.280374     -0.604705      -0.449534 4612 
     H       1.832634     -1.872400       0.160319 4613 
     C       1.352064      1.578443       0.081059 4614 
     H      -0.294439     -1.382104       0.927499 4615 
     H      -0.506575      0.195948       1.679682 4616 
     H      -1.359513      1.112952      -0.500090 4617 
     H      -1.213321     -0.513727      -1.205893 4618 
     H       3.413792      0.330153      -0.629580 4619 
     H       1.084613      1.925417      -0.920047 4620 
     H       2.395599      1.846085       0.257166 4621 
     H       0.758393      2.155065       0.791451 4622 
Rotational constants (GHz):    5.6123100    0.7832700    0.7367300 4623 
Vibrational harmonic frequencies (cm-1): 4624 
       53.8263                   72.5390                   95.9165             4625 
      114.0774                  128.2612                  270.0024             4626 
      279.2909                  331.3963                  381.0101             4627 
      385.4593                  495.6250                  548.1192             4628 
      637.7717                  787.1260                  832.2222             4629 
      931.2207                 1006.1629                 1023.5025             4630 
     1047.5933                 1065.7010                 1104.9684             4631 
     1179.5446                 1217.2770                 1228.0802             4632 
     1292.8911                 1306.1027                 1310.3396             4633 
     1333.4085                 1402.8581                 1413.8348             4634 
     1426.4010                 1485.5788                 1492.6064             4635 
     1504.5213                 1508.5126                 1772.3846             4636 
     3044.6967                 3051.5936                 3084.0365             4637 
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     3099.7247                 3110.5957                 3118.4691             4638 
     3143.5100                 3214.7052                 3871.4970             4639 
Zero-point correction (Hartree): 0.139435 4640 
 4641 
HOCHCCH3CH2CH2OO.Elttt 4642 
~~~~~~~~~~~~~~~~~~~~~~ 4643 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45055503  4644 
Electronic state : 2-A 4645 
Cartesian coordinates (Angs): 4646 
     C       2.019747     -0.786239       0.012765 4647 
     C       1.092870      0.133198       0.249446 4648 
     C      -0.268522     -0.285052       0.729399 4649 
     C      -1.347484      0.078620      -0.271565 4650 
     O      -2.613552     -0.338726       0.285451 4651 
     O      -3.600278     -0.055760      -0.507019 4652 
     O       3.268503     -0.461379      -0.437772 4653 
     H       1.826796     -1.842387       0.164177 4654 
     C       1.353458      1.598099       0.055223 4655 
     H      -0.298640     -1.360915       0.906120 4656 
     H      -0.498650      0.209545       1.677373 4657 
     H      -1.411543      1.151424      -0.448613 4658 
     H      -1.217059     -0.439965      -1.220983 4659 
     H       3.818674     -1.244931      -0.472194 4660 
     H       0.843713      1.981548      -0.831597 4661 
     H       2.415948      1.794482      -0.062124 4662 
     H       0.982964      2.166359       0.910953 4663 
Rotational constants (GHz):    5.7031700    0.7796800    0.7330400 4664 
Vibrational harmonic frequencies (cm-1): 4665 
       49.4497                   85.7927                   94.1556             4666 
      109.3073                  155.9037                  223.1140             4667 
      264.6973                  296.5680                  353.0401             4668 
      371.2835                  465.2999                  545.6444             4669 
      640.9286                  785.9895                  840.5879             4670 
      895.2056                 1002.6418                 1021.9917             4671 
     1055.0963                 1069.6735                 1106.7878             4672 
     1189.2775                 1208.1309                 1226.7501             4673 
     1292.2113                 1296.0405                 1310.2441             4674 
     1338.0122                 1392.7459                 1413.1792             4675 
     1430.7267                 1482.9877                 1493.2188             4676 
     1498.6237                 1508.4037                 1795.6003             4677 
     3050.3658                 3052.0386                 3087.7339             4678 
     3100.1541                 3106.2284                 3147.3929             4679 
     3162.0558                 3180.1953                 3919.4495             4680 
Zero-point correction (Hartree): 0.139230 4681 
 4682 
 4683 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Ec 4684 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4685 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82495066  4686 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74993036  4687 
     T1 diagnostic:  0.027178  4688 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69194733  4689 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73018644  4690 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.70966304  4691 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74344876  4692 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15893222  4693 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13843132  4694 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.43069294  4695 
Electronic state : 2-A 4696 
Cartesian coordinates (Angs): 4697 
     C       0.897061     -0.546190       0.623516 4698 
     C       0.499806      0.751999       0.364265 4699 
     C      -0.899828      1.100331       0.734933 4700 
     C      -1.862983      0.349260      -0.214481 4701 
     O      -1.608941     -1.029261      -0.103469 4702 
     O      -0.379546     -1.295814      -0.660220 4703 
     O       2.063821     -1.066021       0.210856 4704 
     H       0.465226     -1.110783       1.437486 4705 
     C       1.222207      1.567402      -0.659583 4706 
     H      -1.133763      0.784748       1.752116 4707 
     H      -1.076472      2.173656       0.656888 4708 
     H      -2.901957      0.490788       0.082090 4709 
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     H      -1.719342      0.671026      -1.248151 4710 
     H       2.398259     -0.574510      -0.546052 4711 
     H       1.015811      1.199817      -1.672535 4712 
     H       2.304179      1.548632      -0.511108 4713 
     H       0.907815      2.608579      -0.619976 4714 
Rotational constants (GHz):    2.9232700    1.9578100    1.4160100 4715 
Vibrational harmonic frequencies (cm-1): 4716 
     i584.5270                  104.0146                  131.1446             4717 
      152.9753                  280.3153                  301.1201             4718 
      328.3390                  384.9481                  405.1223             4719 
      438.5013                  509.0466                  585.3565             4720 
      622.4213                  804.3175                  876.8799             4721 
      933.8620                  966.4459                  987.6532             4722 
     1013.3413                 1029.7845                 1074.4238             4723 
     1089.5739                 1180.5453                 1223.0220             4724 
     1246.1206                 1264.0096                 1324.3687             4725 
     1343.1694                 1375.3321                 1386.2243             4726 
     1413.1340                 1480.3285                 1482.9774             4727 
     1490.9019                 1502.0566                 1565.9389             4728 
     3013.5153                 3063.7344                 3073.1651             4729 
     3083.0540                 3122.8568                 3133.5583             4730 
     3139.1511                 3225.4811                 3857.2312             4731 
Zero-point correction (Hartree): 0.138990 4732 
 4733 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Et 4734 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4735 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82644110  4736 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.75168260  4737 
     T1 diagnostic:  0.027377  4738 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69320422  4739 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73169845  4740 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.71075959  4741 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74484390  4742 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.16124987  4743 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.14094997  4744 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.43224778  4745 
Electronic state : 2-A 4746 
Cartesian coordinates (Angs): 4747 
     C       0.901440     -0.521479       0.586849 4748 
     C       0.502829      0.769096       0.333071 4749 
     C      -0.894366      1.109763       0.725147 4750 
     C      -1.864531      0.326386      -0.190794 4751 
     O      -1.591884     -1.049777      -0.073455 4752 
     O      -0.384427     -1.307941      -0.683039 4753 
     O       2.095071     -0.960328       0.136906 4754 
     H       0.439773     -1.087856       1.386068 4755 
     C       1.212414      1.628625      -0.655606 4756 
     H      -1.109120      0.822969       1.754911 4757 
     H      -1.083272      2.178781       0.618222 4758 
     H      -2.898699      0.457600       0.126698 4759 
     H      -1.748306      0.635648      -1.231358 4760 
     H       2.156168     -1.910354       0.265310 4761 
     H       1.301757      2.650040      -0.281367 4762 
     H       0.641760      1.676875      -1.589447 4763 
     H       2.203139      1.246316      -0.884335 4764 
Rotational constants (GHz):    2.8787500    1.9716900    1.3999900 4765 
Vibrational harmonic frequencies (cm-1): 4766 
     i553.2027                  109.9272                  129.4570             4767 
      161.2925                  272.9190                  293.9918             4768 
      335.0045                  356.8991                  383.6058             4769 
      430.7677                  499.5686                  584.3038             4770 
      625.0749                  816.1024                  874.9959             4771 
      937.0347                  964.9763                  987.8429             4772 
     1010.4461                 1035.3106                 1075.9675             4773 
     1087.1538                 1189.3977                 1224.8218             4774 
     1245.0144                 1264.3001                 1303.5546             4775 
     1334.5962                 1374.3540                 1390.3968             4776 
     1422.9022                 1477.8849                 1482.0055             4777 
     1488.2023                 1492.0330                 1602.7358             4778 
     3031.4077                 3066.6412                 3072.5900             4779 
     3092.3654                 3121.7575                 3134.3623             4780 
     3168.0763                 3189.7552                 3887.1174             4781 
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Zero-point correction (Hartree): 0.139034 4782 
 4783 
 4784 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Ec 4785 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4786 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.80543099  4787 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.73000039  4788 
     T1 diagnostic:  0.024966  4789 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.67733307  4790 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.71333383  4791 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.69231131  4792 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.72403263  4793 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.12957042  4794 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.11164555  4795 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41459562  4796 
Electronic state : 2-A 4797 
Cartesian coordinates (Angs): 4798 
     O       1.611663     -1.284114      -0.619711 4799 
     H       0.570609     -1.436504       0.047100 4800 
     C      -0.397947     -1.100677       0.836472 4801 
     O       2.231586     -0.228477       0.005948 4802 
     C      -0.728993      0.240864       0.373594 4803 
     C       1.585033      0.992460      -0.352959 4804 
     C       0.358900      1.279457       0.506288 4805 
     H       0.156254     -1.138816       1.772511 4806 
     H      -1.154259     -1.878237       0.771877 4807 
     C      -1.881294      0.561876      -0.234616 4808 
     O      -2.930091     -0.252592      -0.482316 4809 
     H      -2.076507      1.567403      -0.583044 4810 
     H       2.343442      1.759914      -0.195592 4811 
     H       1.326531      0.944954      -1.412172 4812 
     H      -0.024832      2.261609       0.223290 4813 
     H       0.680104      1.342327       1.549750 4814 
     H      -2.740806     -1.145064      -0.177763 4815 
Rotational constants (GHz):    3.7713900    1.2756300    1.0917400 4816 
Vibrational harmonic frequencies (cm-1): 4817 
    i2187.2165                   79.1229                  145.5697             4818 
      202.8478                  290.9588                  295.2709             4819 
      344.0117                  403.4398                  455.9409             4820 
      495.2855                  550.5102                  563.2053             4821 
      629.2395                  656.4428                  815.4285             4822 
      873.4114                  917.9509                  956.2470             4823 
      990.7497                 1016.8466                 1060.0645             4824 
     1081.7357                 1118.5491                 1190.0307             4825 
     1204.8801                 1238.1535                 1253.3422             4826 
     1299.2440                 1329.1686                 1375.6154             4827 
     1396.7598                 1416.0353                 1465.7503             4828 
     1478.7994                 1485.3532                 1530.7273             4829 
     1702.6711                 3050.4029                 3069.6122             4830 
     3098.1448                 3102.9731                 3128.3971             4831 
     3176.8308                 3215.6662                 3865.5866             4832 
Zero-point correction (Hartree): 0.134451 4833 
 4834 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Et 4835 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4836 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41378992  4837 
Electronic state : 2-A 4838 
Cartesian coordinates (Angs): 4839 
     O       1.601501     -1.290271      -0.618535 4840 
     H       0.561291     -1.438259       0.056889 4841 
     C      -0.401768     -1.097574       0.847814 4842 
     O       2.232270     -0.235626       0.001025 4843 
     C      -0.713173      0.247279       0.381248 4844 
     C       1.594707      0.986734      -0.362118 4845 
     C       0.371862      1.287446       0.498634 4846 
     H       0.154954     -1.145404       1.781839 4847 
     H      -1.189898     -1.835589       0.756039 4848 
     C      -1.868947      0.544929      -0.223165 4849 
     O      -2.847699     -0.382535      -0.401426 4850 
     H      -2.078130      1.543523      -0.589924 4851 
     H       2.358378      1.750500      -0.211240 4852 
     H       1.332110      0.935967      -1.420313 4853 
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     H      -0.010168      2.268012       0.206377 4854 
     H       0.697337      1.359552       1.540003 4855 
     H      -3.610527      0.016269      -0.822647 4856 
Rotational constants (GHz):    3.7784100    1.2856200    1.0982000 4857 
Vibrational harmonic frequencies (cm-1): 4858 
    i2126.1464                   82.8438                  145.7752             4859 
      213.6238                  269.8116                  277.2568             4860 
      325.9406                  373.3494                  448.8572             4861 
      472.1455                  554.2206                  568.7976             4862 
      633.4221                  661.9724                  823.5970             4863 
      875.3510                  878.8346                  957.0137             4864 
     1001.7419                 1015.9198                 1062.1319             4865 
     1082.5804                 1119.0508                 1198.9166             4866 
     1199.9316                 1231.2216                 1252.2669             4867 
     1295.3559                 1318.6255                 1377.5621             4868 
     1397.1068                 1404.6352                 1462.3339             4869 
     1478.6047                 1479.7281                 1516.7170             4870 
     1730.1079                 3050.1858                 3067.5503             4871 
     3099.5063                 3107.3536                 3126.1656             4872 
     3182.5087                 3211.7110                 3914.6619             4873 
Zero-point correction (Hartree): 0.134291 4874 
 4875 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Ec 4876 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4877 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41342897  4878 
Electronic state : 2-A 4879 
Cartesian coordinates (Angs): 4880 
     O      -1.809153      1.189157      -0.280637 4881 
     H      -0.693200      1.491482       0.191782 4882 
     C       0.459690      1.311138       0.776573 4883 
     O      -1.506597      0.067604      -1.009623 4884 
     C       0.653638     -0.107794       0.532762 4885 
     C      -1.543084     -1.075315      -0.157669 4886 
     C      -0.494299     -0.994585       0.960701 4887 
     H       0.164990      1.569807       1.791662 4888 
     H       1.170044      2.019741       0.358664 4889 
     C       1.682250     -0.631587      -0.156204 4890 
     O       2.736439      0.031551      -0.672135 4891 
     H       1.754807     -1.694854      -0.345186 4892 
     H      -2.553466     -1.197939       0.236613 4893 
     H      -1.317258     -1.896094      -0.838222 4894 
     H      -0.152773     -2.001917       1.198934 4895 
     H      -0.942200     -0.582073       1.864560 4896 
     H       2.654362      0.974213      -0.496627 4897 
Rotational constants (GHz):    3.3187200    1.4055600    1.2662400 4898 
Vibrational harmonic frequencies (cm-1): 4899 
    i2094.4757                   79.0026                  123.8287             4900 
      232.6307                  277.1059                  301.8495             4901 
      371.7860                  378.3727                  434.8235             4902 
      486.2273                  537.4493                  568.2219             4903 
      625.1325                  708.2326                  807.3081             4904 
      858.3569                  921.8416                  954.5784             4905 
     1018.9063                 1030.5444                 1058.5716             4906 
     1082.5619                 1126.5080                 1200.3832             4907 
     1219.9226                 1253.2084                 1266.0461             4908 
     1287.5495                 1327.3345                 1364.0460             4909 
     1396.2710                 1414.5928                 1482.8872             4910 
     1488.3685                 1498.0181                 1501.1903             4911 
     1689.9085                 3068.2305                 3082.1468             4912 
     3098.4667                 3116.4651                 3135.8086             4913 
     3174.3543                 3212.3579                 3857.4644             4914 
Zero-point correction (Hartree): 0.134683 4915 
 4916 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Et 4917 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 4918 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41202505  4919 
Electronic state : 2-A 4920 
Cartesian coordinates (Angs): 4921 
     O      -1.801016      1.194880      -0.292037 4922 
     H      -0.680972      1.494659       0.182105 4923 
     C       0.458122      1.309432       0.788425 4924 
     O      -1.505795      0.067479      -1.018020 4925 
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     C       0.640213     -0.110418       0.546060 4926 
     C      -1.555137     -1.071067      -0.163841 4927 
     C      -0.505830     -1.004294       0.957098 4928 
     H       0.137967      1.569895       1.795354 4929 
     H       1.204489      1.976818       0.373802 4930 
     C       1.677405     -0.607886      -0.141367 4931 
     O       2.680110      0.183750      -0.600182 4932 
     H       1.766000     -1.668997      -0.347278 4933 
     H      -2.566519     -1.181391       0.231818 4934 
     H      -1.340686     -1.896938      -0.842239 4935 
     H      -0.165710     -2.015214       1.183006 4936 
     H      -0.955428     -0.603189       1.865159 4937 
     H       3.325829     -0.339119      -1.078065 4938 
Rotational constants (GHz):    3.3264600    1.4097200    1.2706800 4939 
Vibrational harmonic frequencies (cm-1): 4940 
    i2051.6284                   80.8964                  118.0649             4941 
      234.7208                  253.7706                  296.7965             4942 
      327.8990                  367.3283                  412.4711             4943 
      463.3578                  542.0591                  565.4153             4944 
      629.6163                  708.5276                  808.9682             4945 
      856.5643                  886.7265                  954.9900             4946 
     1018.2313                 1030.5736                 1064.8990             4947 
     1082.5759                 1127.6163                 1207.4368             4948 
     1210.8433                 1252.4923                 1264.9906             4949 
     1289.6721                 1309.7406                 1357.9237             4950 
     1397.5991                 1405.8849                 1478.3326             4951 
     1482.6085                 1488.6295                 1499.8821             4952 
     1716.0912                 3066.0063                 3080.8514             4953 
     3108.1941                 3113.8368                 3133.5914             4954 
     3180.4327                 3210.1388                 3913.5482             4955 
Zero-point correction (Hartree): 0.134414 4956 
 4957 
 4958 
################################################################################# 4959 
Z-HOCH=C(CH3)CH2CH2OO ring closure and H-shift 4960 
################################################################################# 4961 
 4962 
HOCHCCH3CH2CH2OO.Zcpmm 4963 
~~~~~~~~~~~~~~~~~~~~~~ 4964 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44926728  4965 
Electronic state : 2-A 4966 
Cartesian coordinates (Angs): 4967 
     C       1.130828      1.189643       0.118372 4968 
     C       1.238603     -0.132009      -0.010035 4969 
     C       0.223458     -1.204350       0.298823 4970 
     C      -1.174937     -0.855596       0.776147 4971 
     O      -2.076071     -0.621963      -0.337399 4972 
     O      -1.939195      0.550472      -0.866455 4973 
     O       0.048799      1.933320       0.470619 4974 
     H       2.005167      1.806843      -0.055894 4975 
     C       2.555327     -0.707592      -0.455973 4976 
     H       0.121413     -1.869420      -0.565394 4977 
     H       0.663012     -1.830250       1.083227 4978 
     H      -1.627782     -1.712607       1.269338 4979 
     H      -1.213156      0.009725       1.433576 4980 
     H      -0.745437      1.559668       0.057560 4981 
     H       3.299289      0.071191      -0.610861 4982 
     H       2.443891     -1.258622      -1.393007 4983 
     H       2.945669     -1.411728       0.283331 4984 
Rotational constants (GHz):    2.8902200    1.5369100    1.1689500 4985 
Vibrational harmonic frequencies (cm-1): 4986 
       24.0365                   77.6570                  189.7251             4987 
      198.5005                  212.4232                  301.1457             4988 
      319.7088                  342.3071                  426.8330             4989 
      433.3245                  555.5785                  612.1342             4990 
      683.9066                  774.3618                  863.0769             4991 
      915.0358                  972.8046                 1009.5127             4992 
     1050.9749                 1071.7262                 1096.5676             4993 
     1181.8355                 1220.7331                 1247.8945             4994 
     1277.4254                 1332.8511                 1356.0380             4995 
     1407.6980                 1409.2349                 1419.2418             4996 
     1438.9876                 1461.5529                 1484.0105             4997 
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     1501.8632                 1507.0806                 1769.4280             4998 
     3030.3042                 3041.7617                 3055.8862             4999 
     3088.3897                 3111.8810                 3143.4802             5000 
     3168.9225                 3179.4980                 3648.0915             5001 
Zero-point correction (Hartree): 0.140370 5002 
 5003 
HOCHCCH3CH2CH2OO.Zcppc 5004 
~~~~~~~~~~~~~~~~~~~~~~ 5005 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44991842  5006 
Electronic state : 2-A 5007 
Cartesian coordinates (Angs): 5008 
     C       1.302368      1.134243      -0.052999 5009 
     C       1.292066     -0.197500      -0.038492 5010 
     C       0.113401     -1.112402       0.187562 5011 
     C      -1.101218     -0.564118       0.907252 5012 
     O      -1.906118      0.273034       0.035929 5013 
     O      -2.522093     -0.422441      -0.870935 5014 
     O       0.278841      2.017500       0.086638 5015 
     H       2.242014      1.657752      -0.178460 5016 
     C       2.581383     -0.932962      -0.282837 5017 
     H      -0.224491     -1.555842      -0.754835 5018 
     H       0.469624     -1.953295       0.789785 5019 
     H      -1.753771     -1.364950       1.247106 5020 
     H      -0.836395      0.090558       1.735721 5021 
     H      -0.571467      1.619975      -0.129949 5022 
     H       3.407289     -0.247262      -0.461502 5023 
     H       2.495186     -1.588545      -1.153039 5024 
     H       2.838972     -1.566692       0.569206 5025 
Rotational constants (GHz):    3.0876200    1.3938000    1.0892800 5026 
Vibrational harmonic frequencies (cm-1): 5027 
       41.4157                   88.8959                  158.4002             5028 
      203.7030                  214.9268                  267.4457             5029 
      306.5270                  349.4743                  426.3144             5030 
      468.9643                  540.3332                  555.0457             5031 
      616.7284                  783.5881                  848.6957             5032 
      920.2684                  977.4469                 1010.4465             5033 
     1023.8451                 1070.5587                 1118.5778             5034 
     1177.7980                 1205.3420                 1226.1172             5035 
     1285.3179                 1308.7509                 1328.8084             5036 
     1396.5434                 1402.0385                 1419.5250             5037 
     1434.5639                 1466.7983                 1484.7455             5038 
     1489.9621                 1503.0773                 1770.8431             5039 
     3041.0376                 3043.7765                 3071.5466             5040 
     3088.6966                 3103.7687                 3142.8778             5041 
     3164.1479                 3197.6601                 3816.3222             5042 
Zero-point correction (Hartree): 0.140248 5043 
 5044 
HOCHCCH3CH2CH2OO.Zcptt 5045 
~~~~~~~~~~~~~~~~~~~~~~ 5046 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44798473  5047 
Electronic state : 2-A 5048 
Cartesian coordinates (Angs): 5049 
     C       1.111782      1.202708      -0.048985 5050 
     C       1.321607     -0.106468       0.000181 5051 
     C       0.372817     -1.143483       0.544186 5052 
     C      -1.082610     -0.764033       0.699462 5053 
     O      -1.584852     -0.416972      -0.610449 5054 
     O      -2.785048      0.066786      -0.547755 5055 
     O      -0.001108      1.821837       0.451410 5056 
     H       1.860828      1.861847      -0.473951 5057 
     C       2.623586     -0.662260      -0.501470 5058 
     H       0.429102     -2.020392      -0.107435 5059 
     H       0.730553     -1.483099       1.521683 5060 
     H      -1.670436     -1.612639       1.049149 5061 
     H      -1.242637      0.091413       1.346309 5062 
     H      -0.106376      2.684059       0.045726 5063 
     H       3.140249     -1.213026       0.288487 5064 
     H       3.289287      0.123328      -0.854380 5065 
     H       2.454407     -1.363486      -1.321472 5066 
Rotational constants (GHz):    3.1846200    1.3743500    1.1036000 5067 
Vibrational harmonic frequencies (cm-1): 5068 
       41.7350                   54.6761                  136.9906             5069 
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      196.3076                  224.8723                  256.5599             5070 
      272.2639                  309.1968                  342.1811             5071 
      389.1014                  449.4868                  541.9392             5072 
      634.2976                  783.3691                  838.9369             5073 
      888.2290                 1005.2984                 1008.2993             5074 
     1044.5282                 1077.3965                 1102.6649             5075 
     1177.8265                 1204.1175                 1242.1809             5076 
     1276.9776                 1294.3337                 1304.8379             5077 
     1384.4248                 1413.3817                 1421.5673             5078 
     1433.4271                 1466.7757                 1483.4140             5079 
     1500.1768                 1504.6908                 1800.8913             5080 
     3040.9819                 3045.7174                 3070.2552             5081 
     3094.2460                 3095.3060                 3140.4667             5082 
     3175.4861                 3184.9905                 3907.3554             5083 
Zero-point correction (Hartree): 0.139565 5084 
 5085 
HOCHCCH3CH2CH2OO.Zctpc 5086 
~~~~~~~~~~~~~~~~~~~~~~ 5087 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44515262  5088 
Electronic state : 2-A 5089 
Cartesian coordinates (Angs): 5090 
     C      -1.954737      0.702111      -0.066637 5091 
     C      -1.292319     -0.449834      -0.007600 5092 
     C       0.197765     -0.675928       0.038772 5093 
     C       1.099300      0.522071       0.262716 5094 
     O       2.448422      0.069257       0.503280 5095 
     O       3.004518     -0.353378      -0.590800 5096 
     O      -1.493168      1.984059      -0.122603 5097 
     H      -3.036633      0.701284      -0.068602 5098 
     C      -2.079754     -1.732002       0.012289 5099 
     H       0.399791     -1.381335       0.850752 5100 
     H       0.521164     -1.176700      -0.878264 5101 
     H       1.155607      1.183685      -0.603865 5102 
     H       0.836007      1.076985       1.162625 5103 
     H      -0.546872      2.014117      -0.268205 5104 
     H      -3.150674     -1.546910      -0.040197 5105 
     H      -1.874075     -2.301120       0.921577 5106 
     H      -1.804015     -2.368020      -0.832066 5107 
Rotational constants (GHz):    3.2170000    1.1150700    0.8728000 5108 
Vibrational harmonic frequencies (cm-1): 5109 
       25.4172                   78.3647                  123.7774             5110 
      170.7876                  196.9246                  227.9818             5111 
      287.8662                  320.1712                  343.9952             5112 
      406.9443                  474.0316                  574.1455             5113 
      604.6082                  791.2435                  883.9768             5114 
      921.8576                  975.5759                 1005.4773             5115 
     1051.2166                 1083.7976                 1123.9663             5116 
     1173.5548                 1183.5992                 1246.7477             5117 
     1278.9744                 1303.1522                 1346.0534             5118 
     1355.9993                 1411.8816                 1419.2780             5119 
     1434.4271                 1483.0102                 1487.6386             5120 
     1504.0531                 1515.7753                 1779.0413             5121 
     3042.4192                 3047.0036                 3065.3448             5122 
     3076.6750                 3095.3128                 3140.2386             5123 
     3146.0393                 3213.1117                 3925.5280             5124 
Zero-point correction (Hartree): 0.139759 5125 
 5126 
HOCHCCH3CH2CH2OO.Zctpt 5127 
~~~~~~~~~~~~~~~~~~~~~~ 5128 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44961874  5129 
Electronic state : 2-A 5130 
Cartesian coordinates (Angs): 5131 
     C      -1.910461      0.687968      -0.132568 5132 
     C      -1.279218     -0.468402       0.020212 5133 
     C       0.193008     -0.658194       0.265105 5134 
     C       1.080153      0.569106       0.189292 5135 
     O       2.452055      0.165698       0.416055 5136 
     O       2.935128     -0.475134      -0.603425 5137 
     O      -1.293149      1.911294      -0.076811 5138 
     H      -2.980286      0.712591      -0.304352 5139 
     C      -2.063894     -1.748177      -0.033569 5140 
     H       0.327699     -1.125570       1.246155 5141 
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     H       0.572150     -1.379256      -0.464639 5142 
     H       1.037631      1.055505      -0.781581 5143 
     H       0.876641      1.290249       0.974713 5144 
     H      -1.926284      2.602984      -0.272360 5145 
     H      -3.124880     -1.566021      -0.195353 5146 
     H      -1.952764     -2.308170       0.897707 5147 
     H      -1.699699     -2.390990      -0.837673 5148 
Rotational constants (GHz):    3.1892200    1.1588400    0.8959600 5149 
Vibrational harmonic frequencies (cm-1): 5150 
       34.7291                   89.3545                  133.3168             5151 
      169.8388                  185.6689                  216.9190             5152 
      265.2060                  311.7155                  345.4390             5153 
      397.6089                  456.9792                  567.6594             5154 
      604.5898                  790.8203                  878.8482             5155 
      888.6487                  966.6599                 1004.5028             5156 
     1046.3952                 1088.0718                 1117.8057             5157 
     1174.1608                 1201.1280                 1238.9297             5158 
     1268.2535                 1294.4717                 1332.8919             5159 
     1353.3483                 1407.4306                 1422.2608             5160 
     1431.8591                 1481.9638                 1483.7375             5161 
     1493.8845                 1504.6745                 1803.5656             5162 
     3037.9988                 3048.1738                 3074.2592             5163 
     3098.3665                 3123.7778                 3140.1703             5164 
     3183.9106                 3189.7624                 3920.7129             5165 
Zero-point correction (Hartree): 0.139584 5166 
 5167 
HOCHCCH3CH2CH2OO.Zgmmc 5168 
~~~~~~~~~~~~~~~~~~~~~~ 5169 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45072057  5170 
Electronic state : 2-A 5171 
Cartesian coordinates (Angs): 5172 
     C       1.989804      0.208706      -0.313793 5173 
     C       0.826097      0.596713       0.196926 5174 
     C      -0.065618     -0.359934       0.947609 5175 
     C      -0.945036     -1.198469       0.032037 5176 
     O      -1.823393     -0.354934      -0.746128 5177 
     O      -2.718326      0.210818       0.003761 5178 
     O       2.543784     -1.034946      -0.234980 5179 
     H       2.629282      0.883352      -0.866545 5180 
     C       0.339780      2.005975       0.026131 5181 
     H       0.509180     -1.048789       1.575217 5182 
     H      -0.716760      0.191344       1.626975 5183 
     H      -0.361834     -1.730557      -0.718451 5184 
     H      -1.574360     -1.891379       0.589167 5185 
     H       2.003592     -1.606928       0.316729 5186 
     H      -0.624440      2.029662      -0.484220 5187 
     H       1.047187      2.600169      -0.550200 5188 
     H       0.201475      2.487689       0.996649 5189 
Rotational constants (GHz):    3.3559600    1.2984200    1.0556100 5190 
Vibrational harmonic frequencies (cm-1): 5191 
       40.9393                   66.7204                  142.3623             5192 
      169.4739                  193.3883                  289.2887             5193 
      302.5363                  332.5190                  387.9733             5194 
      421.2621                  534.2735                  570.9138             5195 
      613.4048                  790.2132                  848.8792             5196 
      917.2383                  948.1353                 1009.7677             5197 
     1031.0112                 1071.8344                 1097.2237             5198 
     1177.1280                 1189.8680                 1239.8074             5199 
     1266.6471                 1299.3519                 1313.3219             5200 
     1364.8695                 1399.9540                 1410.5359             5201 
     1423.9707                 1481.6530                 1488.0521             5202 
     1493.7835                 1504.0293                 1772.4866             5203 
     3041.5945                 3051.1800                 3087.2260             5204 
     3106.0248                 3108.3076                 3140.4678             5205 
     3149.7913                 3219.9452                 3871.8849             5206 
Zero-point correction (Hartree): 0.139837 5207 
 5208 
HOCHCCH3CH2CH2OO.Zgmmt 5209 
~~~~~~~~~~~~~~~~~~~~~~ 5210 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45252662  5211 
Electronic state : 2-A 5212 
Cartesian coordinates (Angs): 5213 
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     C       1.937512     -0.188903      -0.323205 5214 
     C       0.805674     -0.633427       0.203909 5215 
     C      -0.070602      0.296764       1.002205 5216 
     C      -0.912154      1.199539       0.117663 5217 
     O      -1.770587      0.420154      -0.748972 5218 
     O      -2.692514     -0.194761      -0.074327 5219 
     O       2.332130      1.115667      -0.158502 5220 
     H       2.592745     -0.818658      -0.913257 5221 
     C       0.345735     -2.044789       0.001752 5222 
     H      -0.736259     -0.273491       1.650451 5223 
     H       0.540127      0.946490       1.631171 5224 
     H      -1.556161      1.858637       0.698149 5225 
     H      -0.290957      1.773311      -0.566664 5226 
     H       3.207424      1.243071      -0.526465 5227 
     H       0.236027     -2.554879       0.961179 5228 
     H       1.048398     -2.611123      -0.608111 5229 
     H      -0.630563     -2.066941      -0.485989 5230 
Rotational constants (GHz):    3.2226000    1.3598600    1.0889800 5231 
Vibrational harmonic frequencies (cm-1): 5232 
       42.8964                   65.6193                  142.7389             5233 
      167.1418                  189.3145                  227.3757             5234 
      288.6729                  320.2290                  354.3743             5235 
      391.2909                  531.7092                  574.5252             5236 
      617.5566                  798.6739                  848.1971             5237 
      878.3959                  950.0970                 1009.2751             5238 
     1028.4883                 1072.7596                 1100.3847             5239 
     1182.1118                 1197.7530                 1226.2701             5240 
     1262.8379                 1299.1358                 1318.7714             5241 
     1362.3503                 1390.7542                 1407.4201             5242 
     1423.0941                 1474.4708                 1481.9141             5243 
     1491.8754                 1503.0181                 1794.6668             5244 
     3050.6164                 3075.4455                 3095.1329             5245 
     3105.4278                 3124.1288                 3136.8179             5246 
     3163.0238                 3188.8317                 3919.8657             5247 
Zero-point correction (Hartree): 0.139596 5248 
 5249 
HOCHCCH3CH2CH2OO.Zgmpc 5250 
~~~~~~~~~~~~~~~~~~~~~~ 5251 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44933493  5252 
Electronic state : 2-A 5253 
Cartesian coordinates (Angs): 5254 
     C       1.782933      0.110969      -0.461481 5255 
     C       0.787914      0.564110       0.293452 5256 
     C      -0.004858     -0.353506       1.188551 5257 
     C      -1.119576     -1.100004       0.464262 5258 
     O      -2.097280     -0.166343      -0.034011 5259 
     O      -1.863617      0.176104      -1.265665 5260 
     O       2.230116     -1.173930      -0.541764 5261 
     H       2.351128      0.759979      -1.113582 5262 
     C       0.402348      2.013945       0.272419 5263 
     H       0.633315     -1.104711       1.666413 5264 
     H      -0.447622      0.220846       2.003959 5265 
     H      -0.752162     -1.663208      -0.392318 5266 
     H      -1.670244     -1.749300       1.143820 5267 
     H       1.742706     -1.737215       0.064959 5268 
     H       1.019339      2.575114      -0.427427 5269 
     H       0.518723      2.460585       1.262732 5270 
     H      -0.641492      2.138175      -0.020258 5271 
Rotational constants (GHz):    2.7294700    1.4523500    1.2564800 5272 
Vibrational harmonic frequencies (cm-1): 5273 
       48.7034                   88.8848                  105.7465             5274 
      169.7326                  194.4482                  263.3324             5275 
      294.1944                  342.2144                  378.2690             5276 
      420.1903                  528.8116                  569.2579             5277 
      604.0069                  779.9811                  872.6524             5278 
      918.2761                  938.0512                 1019.9914             5279 
     1036.1814                 1069.0318                 1087.0051             5280 
     1177.5739                 1191.8773                 1236.3051             5281 
     1258.3935                 1300.3856                 1329.8438             5282 
     1370.3998                 1391.7892                 1410.7006             5283 
     1423.2240                 1481.1253                 1483.1346             5284 
     1491.9566                 1502.5607                 1774.5235             5285 
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     3036.0261                 3048.8346                 3086.6194             5286 
     3098.1440                 3104.4574                 3141.0885             5287 
     3151.2493                 3221.7205                 3877.9113             5288 
Zero-point correction (Hartree): 0.139695 5289 
 5290 
HOCHCCH3CH2CH2OO.Zgmpt 5291 
~~~~~~~~~~~~~~~~~~~~~~ 5292 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45143242  5293 
Electronic state : 2-A 5294 
Cartesian coordinates (Angs): 5295 
     C       1.737121      0.063987      -0.456171 5296 
     C       0.779185      0.601911       0.284741 5297 
     C      -0.011417     -0.262962       1.230502 5298 
     C      -1.095726     -1.067273       0.528296 5299 
     O      -2.080353     -0.182475      -0.047689 5300 
     O      -1.816170      0.105465      -1.286838 5301 
     O       2.025882     -1.274731      -0.377320 5302 
     H       2.322426      0.642226      -1.160931 5303 
     C       0.431283      2.055253       0.184803 5304 
     H       0.645789     -0.982963       1.721704 5305 
     H      -0.471362      0.351282       2.006168 5306 
     H      -0.687958     -1.672298      -0.278096 5307 
     H      -1.653186     -1.683368       1.232423 5308 
     H       2.762741     -1.485878      -0.951833 5309 
     H       1.056551      2.565317      -0.546653 5310 
     H       0.559200      2.551269       1.149607 5311 
     H      -0.611754      2.182851      -0.110643 5312 
Rotational constants (GHz):    2.6594900    1.5166600    1.2947300 5313 
Vibrational harmonic frequencies (cm-1): 5314 
       45.6868                   87.5472                  103.4694             5315 
      176.4799                  193.2789                  234.0679             5316 
      281.1618                  330.6672                  348.3348             5317 
      397.9300                  526.6332                  570.6983             5318 
      607.3737                  787.0443                  870.6459             5319 
      876.5100                  939.9320                 1016.1217             5320 
     1035.2074                 1070.4997                 1088.9494             5321 
     1183.0382                 1198.2857                 1234.1057             5322 
     1242.8935                 1310.5007                 1325.2313             5323 
     1366.3777                 1382.6238                 1408.4118             5324 
     1421.3718                 1472.8623                 1481.4155             5325 
     1485.9827                 1501.6823                 1796.0196             5326 
     3048.6422                 3067.6456                 3095.2545             5327 
     3103.2459                 3114.5449                 3137.1026             5328 
     3164.9746                 3192.3371                 3920.0508             5329 
Zero-point correction (Hartree): 0.139521 5330 
 5331 
HOCHCCH3CH2CH2OO.Zgmtc 5332 
~~~~~~~~~~~~~~~~~~~~~~ 5333 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44965828  5334 
Electronic state : 2-A 5335 
Cartesian coordinates (Angs): 5336 
     C       1.939070     -0.129593      -0.510460 5337 
     C       1.011908      0.552033       0.154141 5338 
     C       0.089828     -0.124896       1.137626 5339 
     C      -1.102311     -0.796531       0.478876 5340 
     O      -1.901160      0.241346      -0.129589 5341 
     O      -2.928763     -0.251629      -0.747865 5342 
     O       2.204870     -1.462661      -0.411107 5343 
     H       2.596994      0.343679      -1.226528 5344 
     C       0.832012      2.025207      -0.065783 5345 
     H       0.613282     -0.886342       1.724394 5346 
     H      -0.277367      0.604850       1.861275 5347 
     H      -0.805748     -1.479880      -0.317169 5348 
     H      -1.739491     -1.315071       1.194778 5349 
     H       1.645233     -1.868477       0.256231 5350 
     H      -0.181116      2.248067      -0.403871 5351 
     H       1.532750      2.401156      -0.809499 5352 
     H       0.992846      2.578250       0.862484 5353 
Rotational constants (GHz):    3.0103600    1.2180800    1.0238900 5354 
Vibrational harmonic frequencies (cm-1): 5355 
       41.4082                   75.5142                  119.9922             5356 
      173.6373                  195.7565                  273.3382             5357 



998 
 

      284.5693                  314.9211                  381.6568             5358 
      392.4674                  489.2844                  577.5848             5359 
      622.5919                  786.1280                  841.5853             5360 
      921.7769                  977.9475                 1025.9881             5361 
     1049.6434                 1070.3287                 1087.9050             5362 
     1176.7408                 1196.4185                 1244.8787             5363 
     1276.7479                 1294.6012                 1306.7742             5364 
     1367.8364                 1402.7677                 1410.5180             5365 
     1422.6055                 1481.9338                 1491.9293             5366 
     1499.3863                 1505.2994                 1775.1273             5367 
     3043.9052                 3050.1255                 3078.3368             5368 
     3098.5812                 3105.7877                 3137.3926             5369 
     3141.1266                 3219.1818                 3876.0556             5370 
Zero-point correction (Hartree): 0.139670 5371 
 5372 
HOCHCCH3CH2CH2OO.Zgmtt 5373 
~~~~~~~~~~~~~~~~~~~~~~ 5374 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45153725  5375 
Electronic state : 2-A 5376 
Cartesian coordinates (Angs): 5377 
     C       1.880460     -0.188728      -0.506354 5378 
     C       1.011983      0.572220       0.144584 5379 
     C       0.096187     -0.044062       1.170887 5380 
     C      -1.088956     -0.750130       0.542855 5381 
     O      -1.874325      0.247915      -0.150741 5382 
     O      -2.889016     -0.281038      -0.759924 5383 
     O       1.966358     -1.535761      -0.260800 5384 
     H       2.549319      0.206647      -1.261521 5385 
     C       0.889736      2.038765      -0.135028 5386 
     H       0.635776     -0.789604       1.756667 5387 
     H      -0.265876      0.721474       1.859021 5388 
     H      -0.775125     -1.488032      -0.193238 5389 
     H      -1.741217     -1.213280       1.282420 5390 
     H       2.681224     -1.918254      -0.771152 5391 
     H      -0.121915      2.284581      -0.462218 5392 
     H       1.588769      2.357583      -0.907021 5393 
     H       1.088445      2.621573       0.767096 5394 
Rotational constants (GHz):    2.9146800    1.2701200    1.0549900 5395 
Vibrational harmonic frequencies (cm-1): 5396 
       42.7504                   72.7486                  117.7732             5397 
      178.3161                  198.3964                  245.1979             5398 
      285.7025                  300.6185                  347.4777             5399 
      375.8057                  479.9849                  582.0684             5400 
      623.8398                  794.2295                  840.9293             5401 
      877.0195                  983.2028                 1025.2759             5402 
     1042.4252                 1075.1355                 1088.8214             5403 
     1181.7763                 1199.4183                 1228.8308             5404 
     1269.4839                 1298.6573                 1317.1769             5405 
     1362.1365                 1396.8202                 1406.5667             5406 
     1421.5974                 1473.6656                 1482.2938             5407 
     1502.4534                 1505.0698                 1794.8735             5408 
     3050.0418                 3071.5608                 3089.2414             5409 
     3105.2245                 3118.0648                 3137.4365             5410 
     3152.1171                 3190.2015                 3919.1491             5411 
Zero-point correction (Hartree): 0.139541 5412 
 5413 
HOCHCCH3CH2CH2OO.Zgpmc 5414 
~~~~~~~~~~~~~~~~~~~~~~ 5415 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45240759  5416 
Electronic state : 2-A 5417 
Cartesian coordinates (Angs): 5418 
     C       1.224405      1.071636       0.115225 5419 
     C       1.093779     -0.235051      -0.098039 5420 
     C       0.100153     -0.780139      -1.085588 5421 
     C      -1.252678     -1.100586      -0.463721 5422 
     O      -1.846708      0.122595       0.018775 5423 
     O      -1.626316      0.305916       1.289588 5424 
     O       0.501693      2.068096      -0.462038 5425 
     H       1.972419      1.462813       0.792974 5426 
     C       1.914167     -1.228647       0.668231 5427 
     H      -0.054263     -0.084383      -1.913673 5428 
     H       0.486521     -1.704024      -1.522661 5429 
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     H      -1.953299     -1.490637      -1.200553 5430 
     H      -1.174329     -1.775711       0.385619 5431 
     H      -0.359671      1.738532      -0.737933 5432 
     H       1.276658     -1.891783       1.259108 5433 
     H       2.597727     -0.732283       1.354866 5434 
     H       2.499926     -1.858654      -0.004990 5435 
Rotational constants (GHz):    2.4124700    1.7738900    1.3808600 5436 
Vibrational harmonic frequencies (cm-1): 5437 
       53.2250                   92.8312                  110.8594             5438 
      190.7603                  202.6129                  259.5484             5439 
      307.3685                  344.1491                  378.7662             5440 
      437.9692                  526.9002                  582.3746             5441 
      602.7792                  774.7668                  862.8993             5442 
      918.0243                  979.9982                  993.6932             5443 
     1030.2699                 1066.0743                 1084.6708             5444 
     1184.8261                 1199.6995                 1224.5053             5445 
     1269.9523                 1306.9516                 1323.5696             5446 
     1366.7961                 1384.1554                 1411.7458             5447 
     1422.4428                 1479.2083                 1487.6470             5448 
     1488.9137                 1500.8396                 1764.8020             5449 
     3040.9682                 3056.5544                 3088.9997             5450 
     3091.9236                 3100.8731                 3138.8295             5451 
     3159.6501                 3206.2195                 3848.4104             5452 
Zero-point correction (Hartree): 0.139763 5453 
 5454 
HOCHCCH3CH2CH2OO.Zgppc 5455 
~~~~~~~~~~~~~~~~~~~~~~ 5456 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84631979  5457 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77536686  5458 
     T1 diagnostic:  0.021002  5459 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72348730  5460 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76218978  5461 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72673939  5462 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76408756  5463 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18016550  5464 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17484935  5465 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45480404  5466 
Electronic state : 2-A 5467 
Cartesian coordinates (Angs): 5468 
     C      -1.212494      1.178878      -0.172259 5469 
     C      -1.161420     -0.120390       0.111263 5470 
     C      -0.063202     -0.717029       0.948967 5471 
     C       1.038780     -1.369346       0.134278 5472 
     O       1.696511     -0.421967      -0.746504 5473 
     O       2.167644      0.596960      -0.102567 5474 
     O      -0.325313      2.138965       0.186655 5475 
     H      -2.036973      1.595904      -0.737046 5476 
     C      -2.216824     -1.058983      -0.394807 5477 
     H       0.382627      0.021461       1.615150 5478 
     H      -0.480267     -1.497923       1.590496 5479 
     H       1.813810     -1.800446       0.767521 5480 
     H       0.656562     -2.124151      -0.549973 5481 
     H       0.523487      1.748654       0.428011 5482 
     H      -2.961550     -0.533786      -0.990435 5483 
     H      -2.729056     -1.555064       0.433194 5484 
     H      -1.788407     -1.845085      -1.022259 5485 
Rotational constants (GHz):    2.6040800    1.7509900    1.2063500 5486 
Vibrational harmonic frequencies (cm-1): 5487 
       44.7648                  126.1924                  134.7356             5488 
      191.5450                  199.3966                  275.1822             5489 
      313.8253                  352.8731                  395.9432             5490 
      453.1138                  531.0890                  580.7217             5491 
      633.5081                  769.4751                  848.0543             5492 
      928.5450                  971.3108                  982.7232             5493 
     1032.1058                 1072.3501                 1091.7482             5494 
     1189.0619                 1205.0560                 1249.2238             5495 
     1274.8693                 1304.4794                 1327.1191             5496 
     1372.8944                 1403.2116                 1416.6370             5497 
     1424.7850                 1480.5896                 1492.7890             5498 
     1495.1440                 1502.5296                 1770.9465             5499 
     3040.2241                 3062.2873                 3085.6176             5500 
     3092.1114                 3115.3914                 3138.1233             5501 



1000 
 

     3155.0114                 3201.6968                 3806.0569             5502 
Zero-point correction (Hartree): 0.140187 5503 
 5504 
HOCHCCH3CH2CH2OO.Zgppt 5505 
~~~~~~~~~~~~~~~~~~~~~~ 5506 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45053934  5507 
Electronic state : 2-A 5508 
Cartesian coordinates (Angs): 5509 
     C      -1.451259      0.979163      -0.222332 5510 
     C      -1.140884     -0.268690       0.103488 5511 
     C       0.033012     -0.571021       0.992191 5512 
     C       1.204235     -1.175474       0.235921 5513 
     O       1.720483     -0.246319      -0.742162 5514 
     O       2.350518      0.735054      -0.172919 5515 
     O      -0.750905      2.051340       0.251475 5516 
     H      -2.292076      1.204611      -0.869038 5517 
     C      -1.948873     -1.422287      -0.410435 5518 
     H       0.381536      0.331125       1.491996 5519 
     H      -0.260136     -1.289196       1.763415 5520 
     H       2.025859     -1.431021       0.902989 5521 
     H       0.917013     -2.045772      -0.351916 5522 
     H      -1.030789      2.852096      -0.193360 5523 
     H      -2.767359     -1.083959      -1.044064 5524 
     H      -2.374184     -1.998170       0.415019 5525 
     H      -1.338005     -2.110464      -0.999191 5526 
Rotational constants (GHz):    2.5793500    1.6307200    1.1579300 5527 
Vibrational harmonic frequencies (cm-1): 5528 
       23.6969                   58.4108                  132.3345             5529 
      164.5839                  199.0826                  216.6921             5530 
      280.8366                  320.5261                  381.6193             5531 
      386.6381                  528.8669                  572.3737             5532 
      614.8579                  776.2974                  854.9305             5533 
      893.9685                  973.2870                  992.2028             5534 
     1030.1971                 1072.2597                 1095.1143             5535 
     1184.1722                 1200.4864                 1231.9331             5536 
     1262.4902                 1303.4023                 1328.5719             5537 
     1356.8879                 1397.4897                 1415.4413             5538 
     1423.4672                 1472.9296                 1483.7819             5539 
     1495.5237                 1502.2582                 1800.5278             5540 
     3044.4417                 3056.4649                 3090.8389             5541 
     3096.1945                 3134.4264                 3134.7851             5542 
     3154.8935                 3177.6820                 3922.3740             5543 
Zero-point correction (Hartree): 0.139516 5544 
 5545 
HOCHCCH3CH2CH2OO.Zgptc 5546 
~~~~~~~~~~~~~~~~~~~~~~ 5547 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45306200  5548 
Electronic state : 2-A 5549 
Cartesian coordinates (Angs): 5550 
     C      -1.371459      1.110287      -0.212460 5551 
     C      -1.279054     -0.192751       0.039897 5552 
     C      -0.238619     -0.760398       0.970525 5553 
     C       1.076458     -1.083310       0.289359 5554 
     O       1.692400      0.187561      -0.031864 5555 
     O       2.794303      0.047624      -0.699848 5556 
     O      -0.565969      2.095075       0.262908 5557 
     H      -2.159874      1.507199      -0.839848 5558 
     C      -2.218373     -1.170693      -0.601847 5559 
     H      -0.038244     -0.078086       1.801032 5560 
     H      -0.616913     -1.684079       1.412400 5561 
     H       1.770432     -1.617850       0.936960 5562 
     H       0.946632     -1.624807      -0.646736 5563 
     H       0.302756      1.738926       0.479120 5564 
     H      -2.920348     -0.670727      -1.267018 5565 
     H      -2.789432     -1.717126       0.152526 5566 
     H      -1.674596     -1.914337      -1.190851 5567 
Rotational constants (GHz):    2.8029500    1.4171900    1.0897600 5568 
Vibrational harmonic frequencies (cm-1): 5569 
       57.3231                   80.2590                  130.1165             5570 
      196.3217                  214.8427                  249.4889             5571 
      312.0548                  331.1202                  379.1148             5572 
      419.9506                  492.9681                  589.0586             5573 
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      621.0146                  776.7252                  853.3318             5574 
      924.1319                  978.4966                 1023.9317             5575 
     1044.5439                 1072.3649                 1089.5633             5576 
     1187.7336                 1201.8755                 1242.6615             5577 
     1288.0289                 1295.5147                 1324.7652             5578 
     1375.5354                 1395.8599                 1414.3787             5579 
     1424.0857                 1480.8590                 1485.3804             5580 
     1499.6902                 1502.5269                 1768.9913             5581 
     3039.1369                 3057.5259                 3085.6433             5582 
     3086.1935                 3104.6398                 3138.6926             5583 
     3146.6525                 3200.4163                 3835.2996             5584 
Zero-point correction (Hartree): 0.139922 5585 
 5586 
HOCHCCH3CH2CH2OO.Zgtmt 5587 
~~~~~~~~~~~~~~~~~~~~~~ 5588 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45141848  5589 
Electronic state : 2-A 5590 
Cartesian coordinates (Angs): 5591 
     C       1.910795      0.759196       0.121764 5592 
     C       1.289882     -0.377677      -0.163657 5593 
     C      -0.151579     -0.373830      -0.595839 5594 
     C      -1.058966     -0.353502       0.623931 5595 
     O      -2.443031     -0.497986       0.240163 5596 
     O      -2.891044      0.578278      -0.330829 5597 
     O       1.269773      1.963812       0.025290 5598 
     H       2.943778      0.787010       0.449125 5599 
     C       1.978439     -1.700807      -0.021869 5600 
     H      -0.376871      0.502971      -1.201488 5601 
     H      -0.368963     -1.266471      -1.184824 5602 
     H      -0.873423     -1.199722       1.283912 5603 
     H      -0.959773      0.582450       1.170849 5604 
     H       1.885295      2.681120       0.181772 5605 
     H       2.995821     -1.587669       0.349828 5606 
     H       2.019433     -2.220512      -0.981357 5607 
     H       1.437702     -2.352289       0.669216 5608 
Rotational constants (GHz):    3.1249400    1.1802200    0.9183300 5609 
Vibrational harmonic frequencies (cm-1): 5610 
       43.1009                   58.2287                  115.8739             5611 
      165.0305                  197.0364                  238.2868             5612 
      252.7400                  310.3572                  332.7529             5613 
      401.3085                  536.1713                  573.7785             5614 
      594.5100                  790.6777                  875.4494             5615 
      885.5576                  963.3209                 1008.2226             5616 
     1055.7709                 1071.9139                 1084.4082             5617 
     1192.6253                 1201.1349                 1234.1893             5618 
     1271.0156                 1303.6814                 1323.4556             5619 
     1342.5573                 1394.4848                 1404.8444             5620 
     1422.0094                 1481.0544                 1484.2054             5621 
     1496.6169                 1504.6700                 1794.8701             5622 
     3045.1051                 3073.9297                 3094.3677             5623 
     3096.8570                 3130.5898                 3137.3229             5624 
     3160.9014                 3185.7677                 3918.9888             5625 
Zero-point correction (Hartree): 0.139537 5626 
 5627 
HOCHCCH3CH2CH2OO.Zgtpc 5628 
~~~~~~~~~~~~~~~~~~~~~~ 5629 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45153269  5630 
Electronic state : 2-A 5631 
Cartesian coordinates (Angs): 5632 
     C      -2.172461     -0.321246       0.095284 5633 
     C      -1.165908      0.518131      -0.127722 5634 
     C       0.187291      0.041686      -0.584998 5635 
     C       1.068171     -0.279022       0.612972 5636 
     O       2.385520     -0.687902       0.189328 5637 
     O       3.064743      0.317159      -0.272783 5638 
     O      -2.164945     -1.672241      -0.066668 5639 
     H      -3.137976      0.022345       0.441649 5640 
     C      -1.322705      1.991198       0.109069 5641 
     H       0.126622     -0.838889      -1.230495 5642 
     H       0.680113      0.819819      -1.169329 5643 
     H       1.185360      0.584699       1.265590 5644 
     H       0.686718     -1.124351       1.183673 5645 
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     H      -1.320539     -1.962562      -0.423113 5646 
     H      -2.308195      2.227326       0.506967 5647 
     H      -1.184559      2.550868      -0.818376 5648 
     H      -0.576415      2.360131       0.816786 5649 
Rotational constants (GHz):    3.3818200    1.0889300    0.8774500 5650 
Vibrational harmonic frequencies (cm-1): 5651 
       47.0904                   59.3591                  123.6889             5652 
      170.7596                  199.3611                  262.7582             5653 
      289.7434                  348.5679                  378.5753             5654 
      401.8149                  542.5799                  582.9100             5655 
      584.9880                  790.7431                  859.8135             5656 
      922.9408                  969.4043                 1012.0313             5657 
     1055.9308                 1070.7385                 1080.7951             5658 
     1181.8975                 1203.1236                 1241.7774             5659 
     1275.1277                 1291.2127                 1326.6449             5660 
     1338.6892                 1396.8576                 1407.5070             5661 
     1424.5132                 1482.0798                 1488.2826             5662 
     1500.1410                 1517.0705                 1774.5180             5663 
     3046.0285                 3051.1932                 3094.0154             5664 
     3095.2825                 3107.2019                 3139.8687             5665 
     3155.7517                 3215.6197                 3868.0294             5666 
Zero-point correction (Hartree): 0.139827 5667 
 5668 
HOCHCCH3CH2CH2OO.Zgtpt 5669 
~~~~~~~~~~~~~~~~~~~~~~ 5670 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45212613  5671 
Electronic state : 2-A 5672 
Cartesian coordinates (Angs): 5673 
     C       2.127603     -0.341528      -0.095140 5674 
     C       1.165326      0.542943       0.129471 5675 
     C      -0.187364      0.093080       0.611583 5676 
     C      -1.043209     -0.328801      -0.571457 5677 
     O      -2.372897     -0.693155      -0.141944 5678 
     O      -3.062456      0.351967       0.198994 5679 
     O       1.924794     -1.681023       0.107142 5680 
     H       3.108102     -0.051935      -0.454980 5681 
     C       1.367680      2.004129      -0.131708 5682 
     H      -0.093737     -0.750153       1.295365 5683 
     H      -0.694026      0.907621       1.130262 5684 
     H      -1.146821      0.470655      -1.304120 5685 
     H      -0.647740     -1.226149      -1.042759 5686 
     H       2.747212     -2.160115      -0.002551 5687 
     H       2.358161      2.207788      -0.536103 5688 
     H       1.245541      2.581101       0.787141 5689 
     H       0.627563      2.379937      -0.842295 5690 
Rotational constants (GHz):    3.3237100    1.1223700    0.8913600 5691 
Vibrational harmonic frequencies (cm-1): 5692 
       44.5717                   62.7876                  124.9787             5693 
      165.7322                  198.6336                  247.3023             5694 
      251.3303                  323.5266                  341.8888             5695 
      388.0639                  534.2879                  585.8553             5696 
      590.3510                  792.7493                  869.2410             5697 
      883.3122                  966.9106                 1011.3992             5698 
     1053.3917                 1076.6941                 1081.4453             5699 
     1191.2637                 1199.1809                 1233.0549             5700 
     1281.3985                 1292.1512                 1332.3943             5701 
     1337.5528                 1393.4216                 1403.6697             5702 
     1422.3264                 1480.7076                 1484.0234             5703 
     1495.7953                 1503.7741                 1794.3768             5704 
     3046.1018                 3078.2855                 3095.8321             5705 
     3096.8492                 3128.8474                 3136.0435             5706 
     3162.9429                 3187.1175                 3917.9089             5707 
Zero-point correction (Hartree): 0.139628 5708 
 5709 
HOCHCCH3CH2CH2OO.Zgttc 5710 
~~~~~~~~~~~~~~~~~~~~~~ 5711 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45042784  5712 
Electronic state : 2-A 5713 
Cartesian coordinates (Angs): 5714 
     C       2.104641     -0.568463      -0.240010 5715 
     C       1.312290      0.440597       0.107703 5716 
     C      -0.027993      0.218210       0.760028 5717 
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     C      -1.112626      0.082160      -0.291915 5718 
     O      -2.377396     -0.051830       0.392218 5719 
     O      -3.360089     -0.181256      -0.444657 5720 
     O       1.870417     -1.896168      -0.060880 5721 
     H       3.059988     -0.404822      -0.720364 5722 
     C       1.705336      1.861328      -0.170639 5723 
     H      -0.036159     -0.666473       1.402354 5724 
     H      -0.266928      1.063845       1.407142 5725 
     H      -1.175497      0.961918      -0.931327 5726 
     H      -0.976950     -0.802550      -0.913781 5727 
     H       1.034099     -2.032532       0.393316 5728 
     H       2.655471      1.914321      -0.699395 5729 
     H       1.798883      2.428605       0.757942 5730 
     H       0.953749      2.368736      -0.780328 5731 
Rotational constants (GHz):    3.3294000    1.0160900    0.8374500 5732 
Vibrational harmonic frequencies (cm-1): 5733 
       38.7932                   77.6442                   94.8878             5734 
      139.8178                  200.9508                  250.4780             5735 
      290.2145                  327.8353                  372.3155             5736 
      417.0661                  482.9092                  583.9397             5737 
      592.0907                  785.2912                  855.9910             5738 
      925.0215                 1001.1203                 1021.6723             5739 
     1060.4102                 1069.2113                 1106.8713             5740 
     1179.7885                 1189.0477                 1240.3022             5741 
     1286.7704                 1294.3287                 1310.4366             5742 
     1338.5068                 1401.1275                 1410.1341             5743 
     1425.0838                 1483.4063                 1498.2418             5744 
     1503.4465                 1519.3107                 1774.2744             5745 
     3045.0797                 3053.4774                 3085.9181             5746 
     3093.3019                 3098.8228                 3140.5612             5747 
     3143.5995                 3217.9271                 3868.9362             5748 
Zero-point correction (Hartree): 0.139643 5749 
 5750 
HOCHCCH3CH2CH2OO.Zgttt 5751 
~~~~~~~~~~~~~~~~~~~~~~ 5752 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45104760  5753 
Electronic state : 2-A 5754 
Cartesian coordinates (Angs): 5755 
     C      -2.053189      0.599099      -0.225343 5756 
     C      -1.317933     -0.453371       0.106343 5757 
     C       0.021659     -0.269816       0.769411 5758 
     C       1.093315     -0.063957      -0.283016 5759 
     O       2.369121      0.010541       0.392306 5760 
     O       3.344002      0.172234      -0.447333 5761 
     O      -1.626086      1.874716       0.028101 5762 
     H      -3.014937      0.501082      -0.715376 5763 
     C      -1.764448     -1.849604      -0.202493 5764 
     H       0.006837      0.594417       1.432625 5765 
     H       0.267704     -1.151374       1.363568 5766 
     H       1.148329     -0.892628      -0.988741 5767 
     H       0.949566      0.869895      -0.824176 5768 
     H      -2.309986      2.504765      -0.202678 5769 
     H      -2.716664     -1.859774      -0.730790 5770 
     H      -1.874359     -2.432432       0.714363 5771 
     H      -1.029221     -2.367983      -0.822790 5772 
Rotational constants (GHz):    3.3026200    1.0414100    0.8528300 5773 
Vibrational harmonic frequencies (cm-1): 5774 
       35.2380                   76.3247                   96.6421             5775 
      134.4576                  191.2049                  232.7439             5776 
      239.3380                  307.2442                  337.3690             5777 
      392.6337                  476.7409                  587.3282             5778 
      593.6222                  784.7065                  865.6428             5779 
      884.6411                 1000.0943                 1019.4168             5780 
     1061.7149                 1066.9938                 1109.0101             5781 
     1185.1855                 1197.6959                 1224.3470             5782 
     1291.9015                 1296.4355                 1313.5955             5783 
     1338.5135                 1394.3958                 1409.3311             5784 
     1422.4374                 1481.1256                 1490.5724             5785 
     1501.6101                 1505.9176                 1795.8774             5786 
     3045.8563                 3073.8538                 3087.7664             5787 
     3095.3978                 3123.9218                 3137.3848             5788 
     3150.5048                 3187.7628                 3918.4496             5789 



1004 
 

Zero-point correction (Hartree): 0.139339 5790 
 5791 
HOCHCCH3CH2CH2OO.Zlpmt 5792 
~~~~~~~~~~~~~~~~~~~~~~ 5793 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45151641  5794 
Electronic state : 2-A 5795 
Cartesian coordinates (Angs): 5796 
     C       1.709130     -0.226743      -0.323255 5797 
     C       0.795301      0.611124       0.149026 5798 
     C      -0.135776      0.198069       1.251049 5799 
     C      -1.593007      0.117408       0.813127 5800 
     O      -1.758911     -0.884811      -0.205799 5801 
     O      -1.500924     -0.409033      -1.388435 5802 
     O       1.864615     -1.493909       0.166624 5803 
     H       2.384572      0.062005      -1.120454 5804 
     C       0.651378      1.990819      -0.417397 5805 
     H       0.163263     -0.765875       1.658631 5806 
     H      -0.093554      0.929779       2.064129 5807 
     H      -2.229950     -0.209878       1.632958 5808 
     H      -1.960679      1.057390       0.405589 5809 
     H       2.506297     -1.971295      -0.360311 5810 
     H      -0.318260      2.112806      -0.904269 5811 
     H       1.422064      2.196291      -1.158778 5812 
     H       0.725858      2.746742       0.368080 5813 
Rotational constants (GHz):    2.4927700    1.5844300    1.3619900 5814 
Vibrational harmonic frequencies (cm-1): 5815 
       38.5354                   95.0414                  105.8187             5816 
      171.9951                  201.3511                  235.2032             5817 
      277.7503                  319.9738                  379.0078             5818 
      387.2898                  530.7926                  560.7205             5819 
      611.0331                  778.5857                  863.2415             5820 
      888.8703                  973.1139                  999.1345             5821 
     1033.8970                 1072.5724                 1078.9874             5822 
     1185.7482                 1204.4895                 1233.3178             5823 
     1243.8367                 1315.2524                 1326.5390             5824 
     1359.1635                 1393.7535                 1416.5175             5825 
     1419.5859                 1471.0735                 1483.8980             5826 
     1491.5533                 1505.6461                 1794.0954             5827 
     3046.5267                 3048.6438                 3096.0378             5828 
     3101.3892                 3132.5287                 3136.3074             5829 
     3157.4578                 3183.7466                 3922.8972             5830 
Zero-point correction (Hartree): 0.139590 5831 
 5832 
HOCHCCH3CH2CH2OO.Zlppt 5833 
~~~~~~~~~~~~~~~~~~~~~~ 5834 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45063142  5835 
Electronic state : 2-A 5836 
Cartesian coordinates (Angs): 5837 
     C       1.819552     -0.330908      -0.295792 5838 
     C       0.907450      0.556593       0.077349 5839 
     C      -0.151373      0.204237       1.084539 5840 
     C      -1.554601      0.556428       0.624112 5841 
     O      -1.857585     -0.056339      -0.648478 5842 
     O      -1.921103     -1.348537      -0.548453 5843 
     O       1.866143     -1.596525       0.219269 5844 
     H       2.588540     -0.082635      -1.018835 5845 
     C       0.908945      1.941423      -0.497872 5846 
     H      -0.110448     -0.857348       1.317768 5847 
     H       0.020190      0.753581       2.016356 5848 
     H      -2.305341      0.217826       1.336218 5849 
     H      -1.677583      1.621621       0.436252 5850 
     H       2.486993     -2.129793      -0.278425 5851 
     H       1.785546      2.109178      -1.121442 5852 
     H       0.908141      2.695031       0.293948 5853 
     H       0.024480      2.117110      -1.114549 5854 
Rotational constants (GHz):    2.5875400    1.5287200    1.1667400 5855 
Vibrational harmonic frequencies (cm-1): 5856 
       25.7644                   49.2800                  143.5286             5857 
      167.0971                  194.1854                  236.4249             5858 
      278.4320                  313.8739                  362.1245             5859 
      405.1788                  512.5127                  567.3335             5860 
      624.1476                  775.2516                  848.2362             5861 
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      891.7903                  976.0122                  984.2137             5862 
     1030.8415                 1070.1423                 1099.5314             5863 
     1187.0526                 1205.5319                 1235.7481             5864 
     1259.3822                 1295.7444                 1330.1128             5865 
     1357.1006                 1401.9563                 1418.2209             5866 
     1421.4405                 1472.1631                 1484.9152             5867 
     1492.4410                 1509.2736                 1800.8498             5868 
     3041.9735                 3043.3968                 3091.0038             5869 
     3098.1414                 3136.7252                 3141.4738             5870 
     3157.9596                 3179.4653                 3920.8526             5871 
Zero-point correction (Hartree): 0.139512 5872 
 5873 
HOCHCCH3CH2CH2OO.Zlptt 5874 
~~~~~~~~~~~~~~~~~~~~~~ 5875 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45028605  5876 
Electronic state : 2-A 5877 
Cartesian coordinates (Angs): 5878 
     C      -1.999039      0.048185      -0.452034 5879 
     C      -0.949007     -0.534742       0.109762 5880 
     C      -0.098358      0.197613       1.112093 5881 
     C       1.387094      0.049875       0.860514 5882 
     O       1.669237      0.580826      -0.453851 5883 
     O       2.902767      0.373239      -0.795236 5884 
     O      -2.371765      1.330853      -0.154412 5885 
     H      -2.623033     -0.474901      -1.167680 5886 
     C      -0.587990     -1.950106      -0.229491 5887 
     H      -0.365097      1.252916       1.129000 5888 
     H      -0.285842     -0.197648       2.115933 5889 
     H       1.981323      0.618614       1.574282 5890 
     H       1.718042     -0.987696       0.863734 5891 
     H      -3.072826      1.612212      -0.743375 5892 
     H      -1.339358     -2.404120      -0.873313 5893 
     H      -0.502860     -2.560579       0.673214 5894 
     H       0.371533     -2.003091      -0.748869 5895 
Rotational constants (GHz):    3.1424900    1.1632600    1.0333300 5896 
Vibrational harmonic frequencies (cm-1): 5897 
       31.1387                   57.4874                  108.7861             5898 
      193.6568                  213.3292                  241.8764             5899 
      280.4807                  312.9197                  337.6982             5900 
      395.8865                  470.8439                  561.6418             5901 
      628.8962                  777.3126                  841.8577             5902 
      886.3631                  973.2580                 1014.9300             5903 
     1045.7805                 1075.9053                 1095.4822             5904 
     1182.3439                 1204.6011                 1236.3738             5905 
     1270.4945                 1298.6339                 1322.9877             5906 
     1356.8018                 1401.3671                 1418.2395             5907 
     1424.0884                 1470.8202                 1485.0320             5908 
     1497.3576                 1514.2876                 1801.0893             5909 
     3043.5390                 3045.9127                 3091.0014             5910 
     3095.0292                 3129.7364                 3138.1720             5911 
     3148.3095                 3183.1646                 3920.9824             5912 
Zero-point correction (Hartree): 0.139483 5913 
 5914 
HOCHCCH3CH2CH2OO.Zpmtc 5915 
~~~~~~~~~~~~~~~~~~~~~~ 5916 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44892315  5917 
Electronic state : 2-A 5918 
Cartesian coordinates (Angs): 5919 
     C       1.225893      1.208723       0.077346 5920 
     C       1.410632     -0.105668      -0.028430 5921 
     C       0.343809     -1.167296      -0.161927 5922 
     C      -1.005756     -0.923354       0.481733 5923 
     O      -1.808500     -0.110126      -0.414995 5924 
     O      -3.030709      0.014428       0.005569 5925 
     O       0.073591      1.925072       0.060217 5926 
     H       2.079423      1.862132       0.207285 5927 
     C       2.814589     -0.644409      -0.047855 5928 
     H       0.183558     -1.430688      -1.213029 5929 
     H       0.736846     -2.074807       0.302965 5930 
     H      -1.558074     -1.849666       0.622762 5931 
     H      -0.932562     -0.385217       1.426376 5932 
     H      -0.657800      1.417526      -0.308304 5933 
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     H       3.551357      0.153489       0.021877 5934 
     H       3.006202     -1.197355      -0.971065 5935 
     H       2.980993     -1.338376       0.779600 5936 
Rotational constants (GHz):    3.6361300    1.2623400    0.9796100 5937 
Vibrational harmonic frequencies (cm-1): 5938 
       19.6519                   76.2984                  145.2685             5939 
      207.5452                  220.5482                  267.3857             5940 
      294.9970                  345.4938                  349.8160             5941 
      448.9702                  518.0648                  563.8675             5942 
      624.1732                  787.7658                  832.0384             5943 
      925.1017                 1004.3463                 1016.8289             5944 
     1036.8728                 1075.0445                 1108.9520             5945 
     1184.7616                 1207.4077                 1234.1039             5946 
     1280.7706                 1305.7384                 1323.5230             5947 
     1391.9311                 1412.2769                 1419.7006             5948 
     1431.2856                 1463.8643                 1485.3120             5949 
     1500.8632                 1503.7261                 1772.1061             5950 
     3039.4061                 3041.9396                 3077.8754             5951 
     3087.7320                 3096.2801                 3142.7642             5952 
     3155.4912                 3200.5034                 3814.3305             5953 
Zero-point correction (Hartree): 0.139977 5954 
 5955 
HOCHCCH3CH2CH2OO.Zptpc 5956 
~~~~~~~~~~~~~~~~~~~~~~ 5957 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45311898  5958 
Electronic state : 2-A 5959 
Cartesian coordinates (Angs): 5960 
     C      -1.337776      1.167113       0.144008 5961 
     C      -1.356078     -0.137348      -0.121298 5962 
     C      -0.086233     -0.827402      -0.549217 5963 
     C       0.933326     -0.932568       0.592911 5964 
     O       2.279812     -0.698882       0.113257 5965 
     O       2.414009      0.523274      -0.297511 5966 
     O      -0.265061      1.992419       0.069056 5967 
     H      -2.225219      1.700550       0.458868 5968 
     C      -2.610523     -0.947993       0.004703 5969 
     H      -0.305186     -1.817407      -0.945692 5970 
     H       0.390244     -0.264818      -1.356330 5971 
     H       0.747120     -0.187308       1.364677 5972 
     H       0.975110     -1.922479       1.039906 5973 
     H       0.546981      1.524914      -0.173442 5974 
     H      -2.881161     -1.403777      -0.950454 5975 
     H      -3.446566     -0.332927       0.334061 5976 
     H      -2.487689     -1.762045       0.723351 5977 
Rotational constants (GHz):    3.2290800    1.3886100    1.0409300 5978 
Vibrational harmonic frequencies (cm-1): 5979 
       70.9878                   75.4034                  181.5667             5980 
      196.5113                  214.0703                  295.3972             5981 
      296.6820                  349.5854                  401.9228             5982 
      527.4069                  567.3644                  592.9057             5983 
      606.8148                  804.7100                  871.8093             5984 
      930.0972                  964.8976                 1014.9382             5985 
     1033.8493                 1073.4721                 1075.2889             5986 
     1200.6918                 1213.1969                 1246.7772             5987 
     1288.4881                 1302.6108                 1325.8487             5988 
     1368.4561                 1398.8044                 1406.8098             5989 
     1423.7255                 1482.5153                 1494.0460             5990 
     1503.4373                 1508.8030                 1762.0564             5991 
     3042.6950                 3059.0856                 3090.0887             5992 
     3100.2097                 3121.8062                 3137.0446             5993 
     3166.2918                 3210.1517                 3747.9121             5994 
Zero-point correction (Hartree): 0.140671 5995 
 5996 
 5997 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Zh 5998 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 5999 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82290136  6000 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74780200  6001 
     T1 diagnostic:  0.027632  6002 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.68959699  6003 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.72757334  6004 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.70732238  6005 
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E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74089315  6006 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15569713  6007 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13522923  6008 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.42867123  6009 
Electronic state : 2-A 6010 
Cartesian coordinates (Angs): 6011 
     C      -0.225486      1.261185      -0.046634 6012 
     C      -1.014997      0.183361       0.288575 6013 
     C      -0.363531     -0.892676       1.084760 6014 
     C       0.671914     -1.572693       0.150479 6015 
     O       1.553838     -0.605444      -0.371589 6016 
     O       0.868505      0.186239      -1.267089 6017 
     O       0.726247      1.683063       0.817033 6018 
     H      -0.561307      1.977356      -0.789752 6019 
     C      -2.230068     -0.138468      -0.510283 6020 
     H       0.163980     -0.494518       1.949035 6021 
     H      -1.084801     -1.640822       1.415571 6022 
     H       1.293669     -2.278879       0.700038 6023 
     H       0.165493     -2.081734      -0.672729 6024 
     H       1.456220      2.067705       0.320778 6025 
     H      -2.071248     -1.044599      -1.103181 6026 
     H      -2.493173      0.669297      -1.190938 6027 
     H      -3.084554     -0.328926       0.142964 6028 
Rotational constants (GHz):    2.5274700    2.1855300    1.6981700 6029 
Vibrational harmonic frequencies (cm-1): 6030 
     i607.7865                  138.5662                  158.4735             6031 
      173.2502                  238.6210                  275.5832             6032 
      323.6091                  378.7176                  434.5920             6033 
      442.6917                  493.6161                  596.9295             6034 
      629.7035                  804.2215                  874.7583             6035 
      916.7996                  979.4077                  996.0024             6036 
     1008.2363                 1035.3478                 1071.6900             6037 
     1083.2220                 1187.9358                 1218.4413             6038 
     1238.7452                 1263.3048                 1313.8985             6039 
     1321.9079                 1364.1076                 1396.5419             6040 
     1416.4615                 1474.0568                 1476.2740             6041 
     1485.8078                 1494.4816                 1580.6759             6042 
     3035.2683                 3061.8629                 3082.5547             6043 
     3086.4816                 3128.0387                 3140.5013             6044 
     3146.2336                 3165.6929                 3852.5523             6045 
Zero-point correction (Hartree): 0.138936 6046 
 6047 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Zp 6048 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 6049 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82459295  6050 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74901814  6051 
     T1 diagnostic:  0.026545  6052 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69314458  6053 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73006351  6054 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.71010883  6055 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74269577  6056 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15379424  6057 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13410207  6058 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.42980062  6059 
Electronic state : 2-A 6060 
Cartesian coordinates (Angs): 6061 
     C       0.264881      1.272855      -0.006594 6062 
     C       1.007221      0.142348      -0.318909 6063 
     C       0.312532     -0.947264      -1.060958 6064 
     C      -0.752520     -1.543270      -0.111180 6065 
     O      -1.543094     -0.494526       0.416411 6066 
     O      -0.761392      0.238666       1.298738 6067 
     O      -0.752451      1.742482      -0.753384 6068 
     H       0.698749      2.032966       0.632045 6069 
     C       2.234549     -0.182764       0.460105 6070 
     H      -0.185913     -0.568288      -1.954860 6071 
     H       1.007489     -1.731098      -1.362977 6072 
     H      -1.439278     -2.204613      -0.639172 6073 
     H      -0.278491     -2.076997       0.713862 6074 
     H      -1.414245      1.040369      -0.847075 6075 
     H       2.049751     -1.019782       1.140764 6076 
     H       2.570915      0.664760       1.054642 6077 
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     H       3.046541     -0.481714      -0.206128 6078 
Rotational constants (GHz):    2.5474400    2.2040800    1.7088700 6079 
Vibrational harmonic frequencies (cm-1): 6080 
     i589.2412                  148.4698                  166.7360             6081 
      186.3656                  244.1548                  319.1700             6082 
      376.0619                  425.6069                  442.8246             6083 
      467.7017                  500.0235                  595.2845             6084 
      636.0796                  795.4367                  881.5022             6085 
      903.5941                  973.4984                  995.5179             6086 
     1005.8630                 1031.3427                 1069.6499             6087 
     1073.5617                 1184.2861                 1214.3732             6088 
     1262.1894                 1269.6616                 1312.8932             6089 
     1340.3680                 1369.4256                 1395.9655             6090 
     1416.7420                 1475.8834                 1481.4894             6091 
     1487.0234                 1499.0715                 1554.8259             6092 
     3035.0817                 3069.2795                 3071.9588             6093 
     3088.6041                 3120.4220                 3135.5229             6094 
     3141.8760                 3197.3187                 3731.1289             6095 
Zero-point correction (Hartree): 0.139182 6096 
 6097 
 6098 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Zc 6099 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 6100 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41388538  6101 
Electronic state : 2-A 6102 
Cartesian coordinates (Angs): 6103 
     O      -1.953200      0.709729      -0.843874 6104 
     H      -1.081665      1.382104      -0.240421 6105 
     C      -0.088042      1.598713       0.548536 6106 
     O      -2.176009     -0.349107       0.009137 6107 
     C       0.726041      0.401034       0.371658 6108 
     C      -1.110227     -1.286587      -0.097239 6109 
     C       0.083660     -0.903718       0.775320 6110 
     H      -0.639485      1.655303       1.485836 6111 
     H       0.370484      2.537415       0.253653 6112 
     C       1.930202      0.489202      -0.211689 6113 
     O       2.779922     -0.520931      -0.504577 6114 
     H       2.344672      1.445286      -0.502068 6115 
     H      -1.537182     -2.229748       0.245099 6116 
     H      -0.827718     -1.372330      -1.147986 6117 
     H       0.790085     -1.738092       0.760909 6118 
     H      -0.266085     -0.821483       1.807747 6119 
     H       2.391381     -1.367842      -0.267779 6120 
Rotational constants (GHz):    3.5653900    1.3311700    1.1269500 6121 
Vibrational harmonic frequencies (cm-1): 6122 
    i2089.6467                   73.3864                  144.2458             6123 
      252.2848                  254.3888                  295.2603             6124 
      348.6658                  402.9211                  446.4342             6125 
      498.5905                  580.1781                  589.5122             6126 
      631.7255                  644.0132                  781.6250             6127 
      877.4454                  914.9174                  957.1782             6128 
     1014.4730                 1019.6854                 1050.7670             6129 
     1089.1779                 1119.6484                 1187.5560             6130 
     1205.4486                 1238.3923                 1283.2037             6131 
     1302.1902                 1329.7816                 1360.7501             6132 
     1395.0488                 1421.0353                 1461.2732             6133 
     1480.4697                 1489.5087                 1522.7000             6134 
     1708.9601                 3049.8736                 3067.4395             6135 
     3089.7423                 3096.8584                 3127.0348             6136 
     3191.0539                 3217.8402                 3869.7027             6137 
Zero-point correction (Hartree): 0.134600 6138 
 6139 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Zt 6140 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 6141 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.80534605  6142 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.73022356  6143 
     T1 diagnostic:  0.025215  6144 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.67701734  6145 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.71328940  6146 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.69250327  6147 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.72444558  6148 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.13115853  6149 
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E(UHF/Aug-CC-pVTZ) (Hartree): -419.11271414  6150 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41444056  6151 
Electronic state : 2-A 6152 
Cartesian coordinates (Angs): 6153 
     O      -1.958174      0.689970      -0.852131 6154 
     H      -1.100700      1.371563      -0.255314 6155 
     C      -0.107906      1.612556       0.537761 6156 
     O      -2.173687     -0.365790       0.004806 6157 
     C       0.708535      0.416080       0.378459 6158 
     C      -1.093869     -1.293638      -0.088837 6159 
     C       0.092307     -0.898487       0.784797 6160 
     H      -0.666306      1.675348       1.470149 6161 
     H       0.342921      2.551728       0.231718 6162 
     C       1.910845      0.483199      -0.203602 6163 
     O       2.663257     -0.627244      -0.435099 6164 
     H       2.336862      1.429326      -0.517010 6165 
     H      -1.514879     -2.238742       0.254936 6166 
     H      -0.805100     -1.382272      -1.137196 6167 
     H       0.835255     -1.693932       0.735464 6168 
     H      -0.255891     -0.826943       1.818525 6169 
     H       3.517194     -0.379830      -0.793344 6170 
Rotational constants (GHz):    3.5570000    1.3494100    1.1376500 6171 
Vibrational harmonic frequencies (cm-1): 6172 
    i2125.9030                   73.8258                  144.8234             6173 
      242.5021                  249.7489                  277.2143             6174 
      327.3942                  345.9792                  434.1601             6175 
      488.7135                  585.1494                  591.6852             6176 
      631.5893                  647.1744                  787.8479             6177 
      874.9232                  885.4648                  959.9891             6178 
     1010.0703                 1018.8154                 1048.2654             6179 
     1086.5471                 1119.0282                 1196.7306             6180 
     1207.3084                 1240.5505                 1248.2845             6181 
     1297.1116                 1342.5440                 1356.1230             6182 
     1389.9385                 1421.1517                 1460.2205             6183 
     1479.4794                 1483.1757                 1522.4986             6184 
     1730.6236                 3059.4946                 3072.5546             6185 
     3098.4729                 3125.9796                 3131.2908             6186 
     3185.5875                 3190.1089                 3913.8734             6187 
Zero-point correction (Hartree): 0.134375 6188 
 6189 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Zc 6190 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 6191 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41379943  6192 
Electronic state : 2-A 6193 
Cartesian coordinates (Angs): 6194 
     O      -2.172289      0.392037      -0.380920 6195 
     H      -1.317307      1.295368      -0.178889 6196 
     C      -0.206735      1.814036       0.262017 6197 
     O      -1.391242     -0.629704      -0.865925 6198 
     C       0.611405      0.617457       0.350430 6199 
     C      -0.866227     -1.382095       0.221721 6200 
     C       0.006509     -0.517110       1.144415 6201 
     H      -0.575528      2.200157       1.210717 6202 
     H       0.132768      2.587840      -0.419221 6203 
     C       1.731349      0.477639      -0.376591 6204 
     O       2.518254     -0.619024      -0.430998 6205 
     H       2.115330      1.275673      -0.997117 6206 
     H      -1.684337     -1.853060       0.769799 6207 
     H      -0.276027     -2.153903      -0.274322 6208 
     H       0.755735     -1.145670       1.632699 6209 
     H      -0.605105     -0.096046       1.941020 6210 
     H       2.158878     -1.316387       0.126103 6211 
Rotational constants (GHz):    3.1329900    1.5781800    1.3050800 6212 
Vibrational harmonic frequencies (cm-1): 6213 
    i2020.1929                   84.2323                  122.3046             6214 
      255.4016                  284.1316                  331.6035             6215 
      358.5807                  390.2188                  436.0733             6216 
      500.3482                  540.9057                  592.0663             6217 
      625.1512                  680.8618                  806.0707             6218 
      858.9725                  915.1989                  955.7221             6219 
     1018.3961                 1026.9489                 1073.6031             6220 
     1080.3392                 1124.4093                 1184.5750             6221 
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     1219.6511                 1273.1274                 1280.3392             6222 
     1294.0000                 1322.8966                 1362.4060             6223 
     1385.3673                 1413.3022                 1475.8292             6224 
     1489.2252                 1497.7021                 1511.2492             6225 
     1696.0246                 3056.3752                 3066.6361             6226 
     3098.0780                 3108.6079                 3127.2132             6227 
     3190.4441                 3221.2841                 3857.8356             6228 
Zero-point correction (Hartree): 0.134853 6229 
 6230 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Zt 6231 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 6232 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41432079  6233 
Electronic state : 2-A 6234 
Cartesian coordinates (Angs): 6235 
     O      -2.168964      0.339083      -0.413326 6236 
     H      -1.346566      1.264500      -0.213022 6237 
     C      -0.251609      1.827108       0.230581 6238 
     O      -1.354748     -0.671518      -0.861320 6239 
     C       0.581625      0.646906       0.357829 6240 
     C      -0.820534     -1.388581       0.250952 6241 
     C       0.004495     -0.482768       1.174198 6242 
     H      -0.642849      2.226174       1.164337 6243 
     H       0.078148      2.591364      -0.466420 6244 
     C       1.697711      0.483597      -0.364566 6245 
     O       2.402750     -0.677734      -0.310386 6246 
     H       2.081282      1.259780      -1.015882 6247 
     H      -1.633378     -1.880493       0.788119 6248 
     H      -0.184189     -2.137160      -0.219485 6249 
     H       0.785654     -1.075760       1.647731 6250 
     H      -0.630097     -0.067457       1.955818 6251 
     H       3.189563     -0.617176      -0.854909 6252 
Rotational constants (GHz):    3.1095600    1.6159400    1.3292500 6253 
Vibrational harmonic frequencies (cm-1): 6254 
    i2067.2203                   80.7269                  124.9799             6255 
      250.6726                  266.1617                  300.6704             6256 
      356.4600                  362.9145                  392.0901             6257 
      485.5641                  539.6044                  596.8966             6258 
      623.0864                  686.1959                  811.2804             6259 
      863.2249                  869.4587                  959.7051             6260 
     1018.4655                 1026.5592                 1065.5672             6261 
     1082.7047                 1121.8113                 1197.6638             6262 
     1225.5901                 1247.1964                 1275.1394             6263 
     1282.8936                 1324.1650                 1362.3878             6264 
     1380.6641                 1412.3404                 1475.0907             6265 
     1485.7310                 1494.0201                 1503.3449             6266 
     1716.2163                 3068.8958                 3089.5693             6267 
     3101.5952                 3126.8974                 3144.1488             6268 
     3189.2682                 3192.6181                 3910.7707             6269 
Zero-point correction (Hartree): 0.134619 6270 
 6271 
 6272 
################################################################################# 6273 
E-HOCH=CHCH2CH2OO ring closure 6274 
################################################################################# 6275 
 6276 
HOCHCHCH2CH2OO.Ecpmc 6277 
~~~~~~~~~~~~~~~~~~~~ 6278 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13875016  6279 
Electronic state : 2-A 6280 
Cartesian coordinates (Angs): 6281 
     C      -1.464605     -0.422977       0.119382 6282 
     C      -1.214437      0.847892      -0.164136 6283 
     C       0.132747      1.506700      -0.092726 6284 
     C       1.242428      0.655855       0.476854 6285 
     O       1.542377     -0.394003      -0.472187 6286 
     O       2.422013     -1.221736      -0.000305 6287 
     O      -2.679471     -1.027466       0.067432 6288 
     H      -0.700741     -1.127820       0.419328 6289 
     H      -2.038291      1.479660      -0.483204 6290 
     H       0.436862      1.853511      -1.084376 6291 
     H       0.067173      2.402931       0.529284 6292 
     H       2.158746      1.227493       0.615094 6293 
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     H       0.967614      0.177698       1.416724 6294 
     H      -3.347513     -0.392658      -0.208613 6295 
Rotational constants (GHz):    4.5202800    1.4779300    1.1717900 6296 
Vibrational harmonic frequencies (cm-1): 6297 
       48.1026                  124.2428                  131.8012             6298 
      214.6629                  263.0421                  302.0468             6299 
      395.1256                  448.3625                  524.2222             6300 
      619.2420                  798.5684                  872.2430             6301 
      939.1204                  992.9402                 1001.4340             6302 
     1064.1514                 1112.3987                 1161.7700             6303 
     1229.2525                 1254.3525                 1293.3706             6304 
     1297.0187                 1350.5167                 1387.6863             6305 
     1403.8246                 1421.8062                 1476.3599             6306 
     1506.1178                 1767.7863                 3052.5511             6307 
     3078.7936                 3092.3963                 3144.1966             6308 
     3156.9067                 3222.3314                 3857.5254             6309 
Zero-point correction (Hartree): 0.111644 6310 
 6311 
HOCHCHCH2CH2OO.Ecpmt 6312 
~~~~~~~~~~~~~~~~~~~~ 6313 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13755268  6314 
Electronic state : 2-A 6315 
Cartesian coordinates (Angs): 6316 
     C      -1.459720     -0.380138       0.100018 6317 
     C      -1.195673      0.890109      -0.161260 6318 
     C       0.160351      1.527147      -0.087119 6319 
     C       1.259783      0.656818       0.472133 6320 
     O       1.538632     -0.395509      -0.482336 6321 
     O       2.331305     -1.292747       0.015563 6322 
     O      -2.730887     -0.869703       0.027081 6323 
     H      -0.695940     -1.096969       0.379060 6324 
     H      -2.021999      1.524596      -0.459245 6325 
     H       0.465324      1.880214      -1.076448 6326 
     H       0.109175      2.419006       0.542606 6327 
     H       2.186733      1.212246       0.607498 6328 
     H       0.982718      0.178054       1.410801 6329 
     H      -2.726850     -1.817098       0.170634 6330 
Rotational constants (GHz):    4.4196600    1.5059900    1.1816000 6331 
Vibrational harmonic frequencies (cm-1): 6332 
       42.0257                  126.7007                  135.7249             6333 
      206.3338                  235.5286                  286.2958             6334 
      312.5589                  394.5795                  519.4377             6335 
      621.7216                  802.1858                  879.4116             6336 
      933.8539                  972.8706                  994.0134             6337 
     1062.5462                 1111.2065                 1185.9560             6338 
     1215.4124                 1235.8830                 1286.2828             6339 
     1299.1804                 1353.5418                 1387.9902             6340 
     1389.6808                 1417.4445                 1475.1009             6341 
     1504.8745                 1790.0874                 3052.1121             6342 
     3078.1940                 3091.5871                 3143.5744             6343 
     3188.7776                 3190.6990                 3917.2498             6344 
Zero-point correction (Hartree): 0.111267 6345 
 6346 
HOCHCHCH2CH2OO.Ecppc 6347 
~~~~~~~~~~~~~~~~~~~~ 6348 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13947030  6349 
Electronic state : 2-A 6350 
Cartesian coordinates (Angs): 6351 
     C      -1.529484     -0.302489       0.170987 6352 
     C      -1.034845      0.811980      -0.349991 6353 
     C       0.374698      1.300939      -0.188853 6354 
     C       1.232616      0.510313       0.773581 6355 
     O       1.481866     -0.830752       0.290517 6356 
     O       2.258116     -0.821903      -0.748450 6357 
     O      -2.804690     -0.750430       0.033491 6358 
     H      -0.945277     -0.991818       0.765712 6359 
     H      -1.686990      1.431986      -0.958476 6360 
     H       0.886349      1.319515      -1.154593 6361 
     H       0.364612      2.334302       0.167739 6362 
     H       2.203798      0.980548       0.914588 6363 
     H       0.745164      0.362278       1.736279 6364 
     H      -3.307907     -0.136598      -0.510058 6365 
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Rotational constants (GHz):    4.9983100    1.4387300    1.2663800 6366 
Vibrational harmonic frequencies (cm-1): 6367 
       67.8308                  117.8662                  148.3515             6368 
      204.1084                  269.3890                  314.1250             6369 
      431.1025                  446.1421                  535.4174             6370 
      625.5700                  811.4498                  862.5680             6371 
      928.0912                  984.7397                  995.4913             6372 
     1037.2588                 1118.6221                 1160.2299             6373 
     1227.7424                 1248.8181                 1283.3823             6374 
     1316.4783                 1350.1384                 1390.1106             6375 
     1399.1873                 1413.6909                 1474.9318             6376 
     1494.2587                 1766.1610                 3055.8556             6377 
     3083.2992                 3099.4234                 3154.0351             6378 
     3155.0453                 3223.1537                 3859.8894             6379 
Zero-point correction (Hartree): 0.111753 6380 
 6381 
HOCHCHCH2CH2OO.Ecppt 6382 
~~~~~~~~~~~~~~~~~~~~ 6383 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13802000  6384 
Electronic state : 2-A 6385 
Cartesian coordinates (Angs): 6386 
     C      -1.529449     -0.270471       0.138609 6387 
     C      -1.022385      0.847727      -0.355323 6388 
     C       0.393919      1.310374      -0.189437 6389 
     C       1.239116      0.507328       0.773733 6390 
     O       1.461834     -0.842237       0.299354 6391 
     O       2.237854     -0.857438      -0.739800 6392 
     O      -2.840301     -0.599535      -0.051762 6393 
     H      -0.944052     -0.982245       0.709316 6394 
     H      -1.680273      1.480772      -0.939231 6395 
     H       0.906484      1.324864      -1.154913 6396 
     H       0.399687      2.343160       0.169092 6397 
     H       2.219956      0.958170       0.911539 6398 
     H       0.749641      0.373436       1.737641 6399 
     H      -3.013743     -1.474224       0.298727 6400 
Rotational constants (GHz):    4.9691000    1.4437000    1.2654800 6401 
Vibrational harmonic frequencies (cm-1): 6402 
       67.3447                  120.3136                  150.1679             6403 
      197.9145                  232.0141                  293.8005             6404 
      317.3200                  440.0979                  534.0222             6405 
      625.9645                  814.0036                  865.5497             6406 
      925.5620                  971.6286                  985.4511             6407 
     1035.0411                 1118.1520                 1185.3130             6408 
     1218.1745                 1229.5988                 1278.3390             6409 
     1313.1957                 1355.4120                 1387.3704             6410 
     1392.6868                 1407.0145                 1473.1566             6411 
     1491.9981                 1788.7664                 3055.7378             6412 
     3082.3562                 3098.1625                 3153.7357             6413 
     3187.0484                 3189.4940                 3917.0116             6414 
Zero-point correction (Hartree): 0.111400 6415 
 6416 
HOCHCHCH2CH2OO.Ectpc 6417 
~~~~~~~~~~~~~~~~~~~~ 6418 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13938546  6419 
Electronic state : 2-A 6420 
Cartesian coordinates (Angs): 6421 
     C       1.936312     -0.344147      -0.048058 6422 
     C       1.221437      0.766858       0.066513 6423 
     C      -0.268783      0.828034       0.220496 6424 
     C      -0.935101     -0.530449       0.227231 6425 
     O      -2.358621     -0.381508       0.409864 6426 
     O      -2.926371      0.085049      -0.659898 6427 
     O       3.285433     -0.418540      -0.190501 6428 
     H       1.502893     -1.335730      -0.039989 6429 
     H       1.740157      1.720866       0.048268 6430 
     H      -0.526798      1.344957       1.148427 6431 
     H      -0.706390      1.411545      -0.592537 6432 
     H      -0.780617     -1.069171      -0.707047 6433 
     H      -0.617071     -1.141356       1.070902 6434 
     H       3.661109      0.467113      -0.200841 6435 
Rotational constants (GHz):    9.8150100    0.9944200    0.9536900 6436 
Vibrational harmonic frequencies (cm-1): 6437 
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       69.9008                  110.5973                  147.6182             6438 
      162.2996                  271.1103                  322.2673             6439 
      376.4266                  438.7931                  543.6010             6440 
      669.5200                  774.6993                  854.3725             6441 
      955.3967                  987.5271                  994.7808             6442 
     1101.3430                 1108.4992                 1158.9623             6443 
     1238.2333                 1253.1820                 1285.9201             6444 
     1320.6570                 1340.1831                 1350.9176             6445 
     1403.4472                 1422.6524                 1492.0627             6446 
     1503.2176                 1766.7069                 3055.1602             6447 
     3089.3721                 3090.7007                 3150.9597             6448 
     3159.3541                 3214.6008                 3858.0659             6449 
Zero-point correction (Hartree): 0.111728 6450 
 6451 
HOCHCHCH2CH2OO.Ectpt 6452 
~~~~~~~~~~~~~~~~~~~~ 6453 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13741398  6454 
Electronic state : 2-A 6455 
Cartesian coordinates (Angs): 6456 
     C       1.939941     -0.306288      -0.043998 6457 
     C       1.212318      0.795109       0.054537 6458 
     C      -0.277420      0.841180       0.204218 6459 
     C      -0.931955     -0.522116       0.240755 6460 
     O      -2.357334     -0.384119       0.418383 6461 
     O      -2.929968      0.042776      -0.665264 6462 
     O       3.297206     -0.251505      -0.178406 6463 
     H       1.511880     -1.302568      -0.024448 6464 
     H       1.733897      1.744451       0.023800 6465 
     H      -0.541629      1.377099       1.119589 6466 
     H      -0.719151      1.403362      -0.621714 6467 
     H      -0.772293     -1.080333      -0.681255 6468 
     H      -0.609342     -1.110884       1.098530 6469 
     H       3.660101     -1.135645      -0.245271 6470 
Rotational constants (GHz):    9.8556000    0.9914600    0.9518100 6471 
Vibrational harmonic frequencies (cm-1): 6472 
       68.2076                  106.6733                  144.7125             6473 
      160.4354                  191.3743                  296.9736             6474 
      323.3690                  370.0179                  543.0483             6475 
      668.8520                  773.9917                  862.0336             6476 
      949.6565                  970.6268                  991.1841             6477 
     1100.9311                 1106.9279                 1182.2731             6478 
     1219.8489                 1238.4636                 1285.5997             6479 
     1318.8167                 1339.1135                 1355.0051             6480 
     1384.0531                 1421.4667                 1490.5967             6481 
     1501.8193                 1787.9223                 3055.0370             6482 
     3087.8865                 3089.4569                 3148.9799             6483 
     3179.5770                 3191.1718                 3919.9732             6484 
Zero-point correction (Hartree): 0.111234 6485 
 6486 
HOCHCHCH2CH2OO.Ecttc 6487 
~~~~~~~~~~~~~~~~~~~~ 6488 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13876938  6489 
Point group : CS 6490 
Electronic state : 2-A" 6491 
Cartesian coordinates (Angs): 6492 
     C      -0.771975     -1.802408       0.000000 6493 
     C       0.515982     -1.485695       0.000000 6494 
     C       1.065624     -0.090714       0.000000 6495 
     C      -0.000000      0.979201       0.000000 6496 
     O       0.681606      2.250581       0.000000 6497 
     O      -0.157836      3.238907       0.000000 6498 
     O      -1.288633     -3.057915       0.000000 6499 
     H      -1.565508     -1.066926       0.000000 6500 
     H       1.246994     -2.288398       0.000000 6501 
     H       1.705699      0.056392       0.873368 6502 
     H       1.705699      0.056392      -0.873368 6503 
     H      -0.628043      0.945712      -0.890070 6504 
     H      -0.628043      0.945712       0.890070 6505 
     H      -0.575674     -3.703771       0.000000 6506 
Rotational constants (GHz):    9.0291200    0.9776300    0.8918700 6507 
Vibrational harmonic frequencies (cm-1): 6508 
       73.9734 (  A")           103.8979 (  A")           122.8267 (  A')      6509 
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      131.4241 (  A")           268.2891 (  A")           288.7826 (  A')      6510 
      369.1405 (  A')           428.2408 (  A")           526.8094 (  A')      6511 
      646.7481 (  A')           765.5339 (  A")           849.9082 (  A")      6512 
      979.3574 (  A')           985.2831 (  A")          1031.1827 (  A')      6513 
     1082.6697 (  A")          1125.1460 (  A')          1161.8411 (  A')      6514 
     1227.6135 (  A")          1258.5921 (  A')          1296.4638 (  A')      6515 
     1307.5496 (  A")          1331.8992 (  A')          1351.7050 (  A')      6516 
     1404.0158 (  A')          1431.0892 (  A')          1498.7546 (  A')      6517 
     1512.6102 (  A')          1765.5679 (  A')          3055.2827 (  A')      6518 
     3083.1958 (  A')          3084.1565 (  A")          3140.6048 (  A")      6519 
     3162.7702 (  A')          3218.6361 (  A')          3860.5767 (  A')      6520 
Zero-point correction (Hartree): 0.111476 6521 
 6522 
HOCHCHCH2CH2OO.Ecttt 6523 
~~~~~~~~~~~~~~~~~~~~ 6524 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13700871  6525 
Point group : CS 6526 
Electronic state : 2-A" 6527 
Cartesian coordinates (Angs): 6528 
     C      -0.730667     -1.816974       0.000000 6529 
     C       0.550123     -1.482173       0.000000 6530 
     C       1.078835     -0.080256       0.000000 6531 
     C      -0.000000      0.976032       0.000000 6532 
     O       0.661347      2.258959       0.000000 6533 
     O      -0.193057      3.234275       0.000000 6534 
     O      -1.122947     -3.123534       0.000000 6535 
     H      -1.532954     -1.087177       0.000000 6536 
     H       1.278914     -2.283852       0.000000 6537 
     H       1.717525      0.073764       0.873326 6538 
     H       1.717525      0.073764      -0.873326 6539 
     H      -0.627193      0.934602      -0.890543 6540 
     H      -0.627193      0.934602       0.890543 6541 
     H      -2.079119     -3.183081       0.000000 6542 
Rotational constants (GHz):    9.0451300    0.9756500    0.8903900 6543 
Vibrational harmonic frequencies (cm-1): 6544 
       78.1147 (  A")           105.6336 (  A")           123.3877 (  A')      6545 
      141.6512 (  A")           214.4010 (  A")           288.1418 (  A')      6546 
      304.9511 (  A")           364.9563 (  A')           524.9464 (  A')      6547 
      646.4276 (  A')           765.6786 (  A")           858.0770 (  A")      6548 
      969.0092 (  A")           971.9698 (  A')          1029.4277 (  A')      6549 
     1082.5480 (  A")          1124.5327 (  A')          1184.5187 (  A')      6550 
     1224.9998 (  A')          1228.0631 (  A")          1296.3103 (  A')      6551 
     1306.9655 (  A")          1329.6117 (  A')          1356.7021 (  A')      6552 
     1384.6632 (  A')          1429.1669 (  A')          1497.5473 (  A')      6553 
     1511.9850 (  A')          1787.3630 (  A')          3054.9617 (  A')      6554 
     3080.6423 (  A')          3083.6770 (  A")          3137.9846 (  A")      6555 
     3181.5268 (  A')          3193.1579 (  A')          3919.4957 (  A')      6556 
Zero-point correction (Hartree): 0.111136 6557 
 6558 
HOCHCHCH2CH2OO.Egppc 6559 
~~~~~~~~~~~~~~~~~~~~ 6560 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59741321  6561 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53562656  6562 
     T1 diagnostic:  0.021635  6563 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49135115  6564 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52284012  6565 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49450832  6566 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52470252  6567 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13366994  6568 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.12852112  6569 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14077322  6570 
Electronic state : 2-A 6571 
Cartesian coordinates (Angs): 6572 
     C       1.710511     -0.236631       0.326987 6573 
     C       0.944346      0.767676      -0.075868 6574 
     C      -0.364970      1.093381       0.572448 6575 
     C      -1.559565      0.810304      -0.322689 6576 
     O      -1.648835     -0.595790      -0.641420 6577 
     O      -1.913557     -1.302412       0.413399 6578 
     O       2.897580     -0.615656      -0.206873 6579 
     H       1.435802     -0.870144       1.161279 6580 
     H       1.254587      1.369726      -0.925861 6581 
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     H      -0.486348      0.518270       1.490682 6582 
     H      -0.411223      2.150053       0.846885 6583 
     H      -2.497548      1.093650       0.152897 6584 
     H      -1.469744      1.294969      -1.293789 6585 
     H       3.111038     -0.054046      -0.958204 6586 
Rotational constants (GHz):    4.8942000    1.4051200    1.2198500 6587 
Vibrational harmonic frequencies (cm-1): 6588 
       48.4327                   73.9465                  138.6868             6589 
      203.0000                  282.0698                  338.0806             6590 
      432.5349                  464.7401                  534.2373             6591 
      576.6960                  817.7682                  871.9379             6592 
      917.7207                  978.5767                  989.2948             6593 
     1056.1982                 1130.6006                 1160.8082             6594 
     1215.2377                 1261.8162                 1278.7131             6595 
     1308.6740                 1341.0988                 1362.0063             6596 
     1399.2443                 1409.4212                 1476.6644             6597 
     1490.7193                 1764.6782                 3063.6467             6598 
     3091.5359                 3117.6738                 3151.0787             6599 
     3153.2238                 3205.8634                 3858.7646             6600 
Zero-point correction (Hartree): 0.111551 6601 
 6602 
HOCHCHCH2CH2OO.Egppt 6603 
~~~~~~~~~~~~~~~~~~~~ 6604 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13943708  6605 
Electronic state : 2-A 6606 
Cartesian coordinates (Angs): 6607 
     C       1.687236     -0.201097       0.290896 6608 
     C       0.928303      0.817527      -0.079823 6609 
     C      -0.388725      1.111221       0.566132 6610 
     C      -1.573046      0.788725      -0.329917 6611 
     O      -1.625150     -0.623845      -0.632210 6612 
     O      -1.858347     -1.327385       0.431741 6613 
     O       2.875457     -0.478173      -0.312634 6614 
     H       1.391623     -0.864289       1.097960 6615 
     H       1.258737      1.441503      -0.902645 6616 
     H      -0.499833      0.540022       1.488258 6617 
     H      -0.463606      2.168069       0.832364 6618 
     H      -2.520100      1.052277       0.139199 6619 
     H      -1.491630      1.262981      -1.306601 6620 
     H       3.266520     -1.263601       0.072556 6621 
Rotational constants (GHz):    4.8400900    1.4303100    1.2324500 6622 
Vibrational harmonic frequencies (cm-1): 6623 
       47.9251                   75.1564                  145.3360             6624 
      199.4227                  255.2148                  299.2435             6625 
      337.1138                  454.6666                  532.7269             6626 
      576.7199                  824.7387                  880.4943             6627 
      914.9683                  965.1112                  979.4742             6628 
     1051.9435                 1134.6384                 1179.6874             6629 
     1207.3830                 1246.9137                 1270.9962             6630 
     1304.0541                 1339.5274                 1365.6406             6631 
     1395.8855                 1399.3995                 1477.7779             6632 
     1490.5910                 1787.2229                 3065.8359             6633 
     3092.1485                 3116.9292                 3153.6702             6634 
     3169.3150                 3183.6903                 3915.4862             6635 
Zero-point correction (Hartree): 0.111259 6636 
 6637 
HOCHCHCH2CH2OO.Egptt 6638 
~~~~~~~~~~~~~~~~~~~~ 6639 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13810416  6640 
Electronic state : 2-A 6641 
Cartesian coordinates (Angs): 6642 
     C       1.871289     -0.153176       0.329989 6643 
     C       1.054218      0.635267      -0.348775 6644 
     C      -0.127526      1.310639       0.274269 6645 
     C      -1.450685      0.761239      -0.222213 6646 
     O      -1.582532     -0.580829       0.295585 6647 
     O      -2.656826     -1.158544      -0.143306 6648 
     O       2.936654     -0.767166      -0.254017 6649 
     H       1.728227     -0.344927       1.388712 6650 
     H       1.232642      0.780890      -1.408353 6651 
     H      -0.094393      1.210822       1.360925 6652 
     H      -0.117389      2.380612       0.054960 6653 
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     H      -2.303019      1.331426       0.145625 6654 
     H      -1.494215      0.695959      -1.308917 6655 
     H       3.386003     -1.326284       0.381331 6656 
Rotational constants (GHz):    5.3088800    1.2317300    1.0613900 6657 
Vibrational harmonic frequencies (cm-1): 6658 
       44.1585                   72.5962                  110.5274             6659 
      188.9176                  240.8283                  278.9011             6660 
      332.8114                  396.6938                  537.4121             6661 
      566.3702                  818.6533                  871.5105             6662 
      917.0749                  963.8968                 1031.6287             6663 
     1067.3404                 1123.0761                 1179.5649             6664 
     1205.2590                 1250.2644                 1276.6812             6665 
     1299.0977                 1337.7871                 1364.5492             6666 
     1392.9945                 1406.0468                 1473.0211             6667 
     1500.3771                 1790.1720                 3062.0313             6668 
     3083.9850                 3105.3708                 3142.0309             6669 
     3170.7630                 3183.3007                 3917.6972             6670 
Zero-point correction (Hartree): 0.110954 6671 
 6672 
HOCHCHCH2CH2OO.Elmmc 6673 
~~~~~~~~~~~~~~~~~~~~ 6674 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59783370  6675 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53613947  6676 
     T1 diagnostic:  0.021613  6677 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49167334  6678 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52332066  6679 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49483364  6680 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52518461  6681 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13467350  6682 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.12952628  6683 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14119558  6684 
Electronic state : 2-A 6685 
Cartesian coordinates (Angs): 6686 
     C       2.124153      0.276916      -0.042485 6687 
     C       0.874173     -0.099991      -0.272337 6688 
     C      -0.241856      0.871925      -0.502115 6689 
     C      -1.331538      0.777029       0.551962 6690 
     O      -1.920688     -0.543726       0.557753 6691 
     O      -2.625917     -0.751207      -0.511793 6692 
     O       3.188259     -0.535457       0.177972 6693 
     H       2.419325      1.318728      -0.015007 6694 
     H       0.628268     -1.157591      -0.294153 6695 
     H       0.142333      1.893574      -0.495348 6696 
     H      -0.708634      0.706852      -1.475186 6697 
     H      -0.933191      0.894050       1.558058 6698 
     H      -2.137311      1.487177       0.372899 6699 
     H       2.906379     -1.454950       0.147128 6700 
Rotational constants (GHz):    7.1870100    1.0976100    1.0399700 6701 
Vibrational harmonic frequencies (cm-1): 6702 
       56.8155                   83.9327                  145.6926             6703 
      184.7958                  282.8152                  330.2073             6704 
      441.3317                  475.5827                  532.5543             6705 
      584.2154                  819.8312                  856.1046             6706 
      908.1255                  989.8147                  997.8385             6707 
     1093.6706                 1120.4717                 1158.1126             6708 
     1207.1273                 1245.8661                 1294.7724             6709 
     1306.4289                 1340.7014                 1365.5644             6710 
     1394.4322                 1413.1006                 1474.5714             6711 
     1489.2539                 1763.9730                 3068.0372             6712 
     3093.6743                 3112.8341                 3158.6898             6713 
     3163.9251                 3203.8754                 3858.7945             6714 
Zero-point correction (Hartree): 0.111670 6715 
 6716 
HOCHCHCH2CH2OO.Elmmt 6717 
~~~~~~~~~~~~~~~~~~~~ 6718 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13870637  6719 
Electronic state : 2-A 6720 
Cartesian coordinates (Angs): 6721 
     C       2.125235      0.248322      -0.058651 6722 
     C       0.872717     -0.128232      -0.259321 6723 
     C      -0.238762      0.845137      -0.498006 6724 
     C      -1.328976      0.766348       0.557172 6725 
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     O      -1.950491     -0.538911       0.551717 6726 
     O      -2.674554     -0.711942      -0.511242 6727 
     O       3.126265     -0.649485       0.162286 6728 
     H       2.416229      1.294412      -0.065456 6729 
     H       0.636743     -1.185922      -0.247669 6730 
     H       0.146936      1.866620      -0.504487 6731 
     H      -0.709261      0.670049      -1.467856 6732 
     H      -0.927013      0.865361       1.563809 6733 
     H      -2.117523      1.497240       0.384897 6734 
     H       3.962841     -0.194512       0.267517 6735 
Rotational constants (GHz):    7.4165000    1.0823000    1.0299300 6736 
Vibrational harmonic frequencies (cm-1): 6737 
       58.1094                   83.5004                  145.1692             6738 
      179.0405                  261.2688                  283.6740             6739 
      343.9772                  473.3522                  529.3861             6740 
      579.8470                  819.7825                  865.7344             6741 
      908.1426                  967.9874                  997.4035             6742 
     1095.1717                 1120.2871                 1176.8371             6743 
     1197.1457                 1237.6120                 1272.9478             6744 
     1306.9577                 1339.9534                 1366.4940             6745 
     1393.0371                 1401.3962                 1474.2716             6746 
     1488.3671                 1786.6412                 3064.6038             6747 
     3092.0681                 3109.0438                 3157.2482             6748 
     3166.1291                 3193.1663                 3917.7310             6749 
Zero-point correction (Hartree): 0.111296 6750 
 6751 
HOCHCHCH2CH2OO.Elmpc 6752 
~~~~~~~~~~~~~~~~~~~~ 6753 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14045498  6754 
Electronic state : 2-A 6755 
Cartesian coordinates (Angs): 6756 
     C       1.990995      0.290723       0.147957 6757 
     C       0.783071      0.146789      -0.378955 6758 
     C      -0.267488      1.210011      -0.300446 6759 
     C      -1.511384      0.771514       0.459024 6760 
     O      -2.173244     -0.296686      -0.251029 6761 
     O      -1.760532     -1.467795       0.130963 6762 
     O       2.994221     -0.622237       0.132025 6763 
     H       2.297937      1.195879       0.657647 6764 
     H       0.524123     -0.780504      -0.880382 6765 
     H       0.132568      2.092020       0.204050 6766 
     H      -0.576875      1.525457      -1.299715 6767 
     H      -1.276596      0.401779       1.454863 6768 
     H      -2.249624      1.570606       0.506442 6769 
     H       2.693745     -1.425720      -0.304047 6770 
Rotational constants (GHz):    5.3864800    1.3147700    1.1153500 6771 
Vibrational harmonic frequencies (cm-1): 6772 
       63.8294                   89.1137                  132.6084             6773 
      185.0105                  288.9820                  340.3975             6774 
      444.6962                  474.8875                  529.9831             6775 
      562.1000                  845.9667                  860.7239             6776 
      884.3868                  990.1286                 1016.3122             6777 
     1084.0668                 1116.5833                 1160.1911             6778 
     1213.2703                 1237.8761                 1291.0053             6779 
     1322.3524                 1344.0177                 1370.2374             6780 
     1386.2854                 1415.5074                 1472.7173             6781 
     1485.0646                 1763.5710                 3057.6900             6782 
     3092.6181                 3104.3023                 3161.1612             6783 
     3167.6961                 3201.1436                 3857.5971             6784 
Zero-point correction (Hartree): 0.111662 6785 
 6786 
HOCHCHCH2CH2OO.Elmpt 6787 
~~~~~~~~~~~~~~~~~~~~ 6788 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13752742  6789 
Electronic state : 2-A 6790 
Cartesian coordinates (Angs): 6791 
     C       1.989507      0.262297       0.130044 6792 
     C       0.777124      0.125563      -0.382394 6793 
     C      -0.261349      1.198630      -0.291182 6794 
     C      -1.508613      0.770590       0.468626 6795 
     O      -2.193658     -0.275300      -0.251268 6796 
     O      -1.812128     -1.459012       0.124798 6797 
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     O       2.930095     -0.719142       0.038424 6798 
     H       2.295569      1.168905       0.643384 6799 
     H       0.522343     -0.800812      -0.883005 6800 
     H       0.147817      2.075144       0.216406 6801 
     H      -0.571089      1.522324      -1.287893 6802 
     H      -1.275494      0.383278       1.458211 6803 
     H      -2.231510      1.582752       0.531264 6804 
     H       3.737879     -0.446456       0.475440 6805 
Rotational constants (GHz):    5.4572000    1.2998800    1.1070100 6806 
Vibrational harmonic frequencies (cm-1): 6807 
       64.2559                   86.3268                  130.5274             6808 
      178.1882                  258.9797                  287.9710             6809 
      353.5359                  474.4244                  526.6953             6810 
      558.9309                  844.4467                  871.0567             6811 
      882.9824                  970.8423                 1018.2529             6812 
     1084.6321                 1117.4167                 1179.0426             6813 
     1201.6086                 1237.9409                 1264.4799             6814 
     1319.0775                 1345.9730                 1370.6756             6815 
     1385.7920                 1403.8346                 1472.6167             6816 
     1484.7002                 1785.9588                 3055.0045             6817 
     3090.6026                 3101.1149                 3159.7897             6818 
     3162.9384                 3196.9708                 3918.7962             6819 
Zero-point correction (Hartree): 0.111280 6820 
 6821 
HOCHCHCH2CH2OO.Elmtc 6822 
~~~~~~~~~~~~~~~~~~~~ 6823 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14044555  6824 
Electronic state : 2-A 6825 
Cartesian coordinates (Angs): 6826 
     C       2.175963      0.186009       0.179724 6827 
     C       0.978214      0.057207      -0.373761 6828 
     C      -0.069240      1.126498      -0.303036 6829 
     C      -1.324123      0.674537       0.417155 6830 
     O      -1.901820     -0.397832      -0.361864 6831 
     O      -2.954285     -0.892729       0.211247 6832 
     O       3.175990     -0.730064       0.170248 6833 
     H       2.475424      1.081714       0.710223 6834 
     H       0.723648     -0.859065      -0.897583 6835 
     H       0.322422      1.997960       0.224062 6836 
     H      -0.351103      1.458940      -1.304999 6837 
     H      -1.111008      0.276191       1.408134 6838 
     H      -2.073764      1.462124       0.484559 6839 
     H       2.890411     -1.518371      -0.301936 6840 
Rotational constants (GHz):    7.0870600    1.0463600    0.9597700 6841 
Vibrational harmonic frequencies (cm-1): 6842 
       49.5994                   90.3886                  116.2541             6843 
      189.2059                  270.1401                  329.0272             6844 
      396.3809                  452.8971                  546.4457             6845 
      570.7131                  812.1939                  856.0773             6846 
      929.8350                  991.5934                 1033.3265             6847 
     1078.2671                 1125.6248                 1160.3652             6848 
     1217.0645                 1246.0738                 1296.9406             6849 
     1298.3373                 1341.4574                 1365.5075             6850 
     1398.7018                 1414.1608                 1472.0318             6851 
     1501.0744                 1763.3001                 3060.7044             6852 
     3085.6154                 3109.2440                 3146.6216             6853 
     3165.8735                 3201.7740                 3857.2177             6854 
Zero-point correction (Hartree): 0.111494 6855 
 6856 
HOCHCHCH2CH2OO.Elmtt 6857 
~~~~~~~~~~~~~~~~~~~~ 6858 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13798496  6859 
Electronic state : 2-A 6860 
Cartesian coordinates (Angs): 6861 
     C       2.173117      0.167424       0.157258 6862 
     C       0.970963      0.041464      -0.381228 6863 
     C      -0.072376      1.111851      -0.290724 6864 
     C      -1.324757      0.656602       0.432221 6865 
     O      -1.926112     -0.388564      -0.364734 6866 
     O      -2.984436     -0.874250       0.205234 6867 
     O       3.112428     -0.815310       0.071604 6868 
     H       2.470110      1.065938       0.689801 6869 
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     H       0.724771     -0.874854      -0.904278 6870 
     H       0.322664      1.978532       0.242455 6871 
     H      -0.361053      1.454522      -1.287458 6872 
     H      -1.105852      0.232019       1.411023 6873 
     H      -2.063330      1.451864       0.527200 6874 
     H       3.915968     -0.547075       0.519265 6875 
Rotational constants (GHz):    7.2581100    1.0369700    0.9544000 6876 
Vibrational harmonic frequencies (cm-1): 6877 
       51.3622                   91.4555                  114.8537             6878 
      180.4182                  259.3054                  273.7506             6879 
      340.7793                  398.9651                  541.7653             6880 
      570.7578                  811.9286                  867.1642             6881 
      927.9807                  970.4569                 1033.7417             6882 
     1079.4163                 1128.4707                 1178.0868             6883 
     1206.8534                 1237.1343                 1279.3676             6884 
     1297.4922                 1339.9602                 1367.0724             6885 
     1398.1003                 1403.2247                 1471.8138             6886 
     1500.6779                 1786.2808                 3058.6410             6887 
     3085.1347                 3105.6017                 3145.9876             6888 
     3164.0356                 3195.5698                 3917.2662             6889 
Zero-point correction (Hartree): 0.111131 6890 
 6891 
HOCHCHCH2CH2OO.Elpmc 6892 
~~~~~~~~~~~~~~~~~~~~ 6893 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14031527  6894 
Electronic state : 2-A 6895 
Cartesian coordinates (Angs): 6896 
     C      -1.716898      0.146092      -0.385021 6897 
     C      -0.768732      0.610804       0.416624 6898 
     C       0.428961      1.348511      -0.088900 6899 
     C       1.742575      0.638342       0.211557 6900 
     O       1.802244     -0.622303      -0.477781 6901 
     O       1.259329     -1.577483       0.218050 6902 
     O      -2.823031     -0.544588      -0.015065 6903 
     H      -1.686140      0.288376      -1.458048 6904 
     H      -0.834430      0.427859       1.485386 6905 
     H       0.348477      1.499505      -1.166609 6906 
     H       0.496962      2.339651       0.368448 6907 
     H       2.593005      1.204843      -0.164387 6908 
     H       1.864156      0.433781       1.274056 6909 
     H      -2.805809     -0.701510       0.933953 6910 
Rotational constants (GHz):    4.6279400    1.5523400    1.2629400 6911 
Vibrational harmonic frequencies (cm-1): 6912 
       62.2880                   96.0757                  108.9101             6913 
      193.1536                  290.6709                  350.8344             6914 
      422.9886                  466.9158                  540.3184             6915 
      553.9728                  824.1871                  861.6162             6916 
      942.6393                  983.8111                  993.8037             6917 
     1040.3522                 1132.5951                 1164.1930             6918 
     1225.5704                 1237.3195                 1280.0041             6919 
     1318.0575                 1343.4109                 1360.5222             6920 
     1394.6357                 1413.1371                 1473.5582             6921 
     1485.7583                 1764.5370                 3051.7259             6922 
     3091.9388                 3105.8278                 3154.9038             6923 
     3159.3070                 3207.7406                 3860.3590             6924 
Zero-point correction (Hartree): 0.111534 6925 
 6926 
HOCHCHCH2CH2OO.Elpmt 6927 
~~~~~~~~~~~~~~~~~~~~ 6928 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13829904  6929 
Electronic state : 2-A 6930 
Cartesian coordinates (Angs): 6931 
     C       1.679246      0.110683       0.354616 6932 
     C       0.765612      0.682938      -0.412719 6933 
     C      -0.448739      1.353033       0.142140 6934 
     C      -1.743553      0.626339      -0.199469 6935 
     O      -1.783544     -0.650949       0.461241 6936 
     O      -1.236397     -1.586352      -0.258257 6937 
     O       2.781777     -0.496873      -0.162806 6938 
     H       1.592392      0.106015       1.436620 6939 
     H       0.886845      0.636445      -1.488836 6940 
     H      -0.374506      1.436458       1.227989 6941 
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     H      -0.541797      2.369393      -0.249760 6942 
     H      -2.611147      1.164789       0.178867 6943 
     H      -1.844907      0.444686      -1.267936 6944 
     H       3.283043     -0.922361       0.534221 6945 
Rotational constants (GHz):    4.5792500    1.5738300    1.2710500 6946 
Vibrational harmonic frequencies (cm-1): 6947 
       56.7528                   97.4223                  108.0751             6948 
      185.1658                  241.9628                  299.6491             6949 
      352.1428                  462.0451                  539.3009             6950 
      549.7923                  828.6190                  865.8652             6951 
      946.9980                  961.6997                  986.9639             6952 
     1038.2792                 1136.0127                 1180.7630             6953 
     1211.3605                 1235.3846                 1257.8402             6954 
     1313.9456                 1340.3052                 1361.4416             6955 
     1392.6747                 1399.1790                 1473.5968             6956 
     1484.3704                 1787.1973                 3054.9106             6957 
     3091.7525                 3103.3339                 3155.9447             6958 
     3170.1119                 3189.6327                 3917.6516             6959 
Zero-point correction (Hartree): 0.111125 6960 
 6961 
HOCHCHCH2CH2OO.Elptc 6962 
~~~~~~~~~~~~~~~~~~~~ 6963 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13968393  6964 
Electronic state : 2-A 6965 
Cartesian coordinates (Angs): 6966 
     C      -1.897069     -0.144664      -0.371056 6967 
     C      -1.056654      0.583217       0.350585 6968 
     C       0.114627      1.304085      -0.242630 6969 
     C       1.447573      0.762783       0.234917 6970 
     O       1.597683     -0.567063      -0.306902 6971 
     O       2.675606     -1.139922       0.129742 6972 
     O      -2.970820     -0.834603       0.085399 6973 
     H      -1.789832     -0.253802      -1.443022 6974 
     H      -1.197984      0.654553       1.425816 6975 
     H       0.080097      1.244268      -1.331847 6976 
     H       0.085634      2.364985       0.016705 6977 
     H       2.288937      1.353669      -0.125466 6978 
     H       1.498795      0.678604       1.320216 6979 
     H      -3.036259     -0.742095       1.040786 6980 
Rotational constants (GHz):    5.3681500    1.2172800    1.0551600 6981 
Vibrational harmonic frequencies (cm-1): 6982 
       47.1882                   74.8600                  110.7871             6983 
      204.1682                  265.0175                  334.2196             6984 
      391.4892                  446.2482                  540.5382             6985 
      567.6268                  814.9271                  863.6201             6986 
      917.8374                  988.6263                 1035.2476             6987 
     1069.2262                 1122.3981                 1159.4625             6988 
     1215.5601                 1267.2054                 1288.0298             6989 
     1298.6105                 1341.6350                 1362.4937             6990 
     1398.3535                 1414.8400                 1472.9430             6991 
     1500.9427                 1766.3020                 3062.0597             6992 
     3082.9820                 3106.9162                 3140.2931             6993 
     3153.5250                 3208.4551                 3860.2757             6994 
Zero-point correction (Hartree): 0.111391 6995 
 6996 
HOCHCHCH2CH2OO.Eltmc 6997 
~~~~~~~~~~~~~~~~~~~~ 6998 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59757712  6999 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53594843  7000 
     T1 diagnostic:  0.021541  7001 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49136426  7002 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52330142  7003 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49452390  7004 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52516264  7005 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13519483  7006 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.13005206  7007 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14085582  7008 
Electronic state : 2-A 7009 
Cartesian coordinates (Angs): 7010 
     C      -2.116996      0.458740       0.023049 7011 
     C      -1.201545     -0.458753       0.304944 7012 
     C       0.215959     -0.116171       0.646310 7013 
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     C       1.167619     -0.590526      -0.439314 7014 
     O       2.539002     -0.357420      -0.056058 7015 
     O       2.828865      0.907518      -0.091009 7016 
     O      -3.413943      0.237036      -0.302756 7017 
     H      -1.893836      1.518356       0.037417 7018 
     H      -1.476744     -1.509855       0.279228 7019 
     H       0.330920      0.961839       0.759748 7020 
     H       0.510763     -0.579923       1.590163 7021 
     H       1.107798     -1.667516      -0.590321 7022 
     H       0.992433     -0.071408      -1.380229 7023 
     H      -3.592948     -0.708296      -0.307352 7024 
Rotational constants (GHz):   10.0368700    0.9316200    0.9000000 7025 
Vibrational harmonic frequencies (cm-1): 7026 
       62.6193                   86.0716                  114.6904             7027 
      178.5780                  307.7151                  321.7048             7028 
      372.5639                  446.0057                  522.6093             7029 
      624.6712                  795.8463                  850.8975             7030 
      958.7976                  991.0461                 1019.8069             7031 
     1068.2658                 1129.2750                 1160.1231             7032 
     1220.7535                 1266.9190                 1283.4531             7033 
     1312.2745                 1329.5215                 1347.5466             7034 
     1395.5665                 1412.2663                 1485.2413             7035 
     1499.6656                 1761.8549                 3064.9628             7036 
     3093.7449                 3118.4546                 3151.9409             7037 
     3157.1601                 3205.8173                 3858.7043             7038 
Zero-point correction (Hartree): 0.111578 7039 
 7040 
HOCHCHCH2CH2OO.Eltmt 7041 
~~~~~~~~~~~~~~~~~~~~ 7042 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13929131  7043 
Electronic state : 2-A 7044 
Cartesian coordinates (Angs): 7045 
     C      -2.116572      0.416829       0.046261 7046 
     C      -1.191134     -0.498223       0.288145 7047 
     C       0.220217     -0.150112       0.644152 7048 
     C       1.178600     -0.580618      -0.453727 7049 
     O       2.546494     -0.334731      -0.064552 7050 
     O       2.817275      0.934757      -0.071963 7051 
     O      -3.393009      0.084359      -0.290855 7052 
     H      -1.898587      1.478277       0.110791 7053 
     H      -1.466099     -1.544455       0.212146 7054 
     H       0.326348      0.924914       0.792302 7055 
     H       0.517839     -0.642064       1.572851 7056 
     H       1.135422     -1.653914      -0.632830 7057 
     H       0.995182     -0.039785      -1.380697 7058 
     H      -3.922847      0.874692      -0.404589 7059 
Rotational constants (GHz):   10.0574900    0.9318000    0.9003200 7060 
Vibrational harmonic frequencies (cm-1): 7061 
       62.7043                   88.0215                  115.2441             7062 
      181.9248                  265.8166                  316.5343             7063 
      323.3749                  385.1449                  520.7013             7064 
      621.7596                  796.6855                  865.7763             7065 
      956.6579                  970.6860                 1017.8475             7066 
     1067.6172                 1133.8664                 1179.0186             7067 
     1212.3615                 1246.3360                 1283.4095             7068 
     1299.5434                 1330.5167                 1356.9055             7069 
     1382.7914                 1407.6503                 1484.8791             7070 
     1499.8352                 1785.0922                 3063.0106             7071 
     3094.1621                 3115.4457                 3156.4935             7072 
     3171.1139                 3181.9716                 3915.6844             7073 
Zero-point correction (Hartree): 0.111303 7074 
 7075 
HOCHCHCH2CH2OO.Eltpc 7076 
~~~~~~~~~~~~~~~~~~~~ 7077 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.59774833  7078 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53608544  7079 
     T1 diagnostic:  0.021615  7080 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49148884  7081 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52339626  7082 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49466624  7083 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52527544  7084 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13522254  7085 
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E(UHF/Aug-CC-pVTZ) (Hartree): -380.13007016  7086 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14108463  7087 
Electronic state : 2-A 7088 
Cartesian coordinates (Angs): 7089 
     C       2.234338      0.135592      -0.357583 7090 
     C       1.152266     -0.409745       0.181764 7091 
     C      -0.208548     -0.304048      -0.433368 7092 
     C      -1.139220      0.517425       0.443306 7093 
     O      -2.467277      0.557499      -0.118814 7094 
     O      -3.071055     -0.583770       0.015422 7095 
     O       3.496844      0.090426       0.134221 7096 
     H       2.198969      0.685380      -1.290008 7097 
     H       1.240777     -0.954326       1.118051 7098 
     H      -0.143183      0.158791      -1.418965 7099 
     H      -0.656921     -1.291129      -0.560283 7100 
     H      -1.221690      0.101001       1.446713 7101 
     H      -0.828505      1.559128       0.495662 7102 
     H       3.509436     -0.407433       0.957481 7103 
Rotational constants (GHz):   13.1446600    0.8826300    0.8713100 7104 
Vibrational harmonic frequencies (cm-1): 7105 
       67.8392                   71.8809                  132.1719             7106 
      170.9503                  293.7329                  332.8483             7107 
      372.3254                  440.9682                  536.2726             7108 
      616.7591                  789.1311                  849.8083             7109 
      973.1622                  989.9596                 1014.5884             7110 
     1068.2345                 1126.4066                 1158.0426             7111 
     1225.3138                 1255.7702                 1293.0913             7112 
     1309.0186                 1331.2088                 1346.1744             7113 
     1393.1945                 1412.4869                 1483.8683             7114 
     1498.2063                 1764.3313                 3068.2706             7115 
     3092.7231                 3113.9544                 3151.3558             7116 
     3158.2694                 3205.3995                 3859.9303             7117 
Zero-point correction (Hartree): 0.111557 7118 
 7119 
HOCHCHCH2CH2OO.Eltpt 7120 
~~~~~~~~~~~~~~~~~~~~ 7121 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13930049  7122 
Electronic state : 2-A 7123 
Cartesian coordinates (Angs): 7124 
     C      -2.230972      0.064200       0.344730 7125 
     C      -1.142923     -0.387317      -0.259035 7126 
     C       0.211479     -0.361046       0.375652 7127 
     C       1.147173      0.565479      -0.382958 7128 
     O       2.467725      0.545511       0.198395 7129 
     O       3.082314     -0.567691      -0.062484 7130 
     O      -3.453504      0.041539      -0.254464 7131 
     H      -2.198295      0.469898       1.351149 7132 
     H      -1.236164     -0.785712      -1.263260 7133 
     H       0.141500     -0.028243       1.412508 7134 
     H       0.660147     -1.356295       0.376634 7135 
     H       1.244648      0.273692      -1.427997 7136 
     H       0.830008      1.604246      -0.313275 7137 
     H      -4.122658      0.379656       0.342337 7138 
Rotational constants (GHz):   13.3164800    0.8817100    0.8703500 7139 
Vibrational harmonic frequencies (cm-1): 7140 
       68.0919                   72.1152                  131.6989             7141 
      167.9317                  240.6208                  305.5826             7142 
      330.2599                  384.9810                  534.3830             7143 
      612.6315                  793.2149                  862.2344             7144 
      970.0369                  973.8711                 1011.7579             7145 
     1068.5068                 1129.8299                 1178.0602             7146 
     1214.5548                 1242.4344                 1280.3932             7147 
     1305.1409                 1331.0117                 1354.6634             7148 
     1382.6060                 1408.1982                 1484.8761             7149 
     1499.3454                 1785.4662                 3065.4744             7150 
     3093.5087                 3110.7624                 3157.8435             7151 
     3168.6656                 3184.8947                 3916.5030             7152 
Zero-point correction (Hartree): 0.111225 7153 
 7154 
HOCHCHCH2CH2OO.Elttc 7155 
~~~~~~~~~~~~~~~~~~~~ 7156 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14004222  7157 
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Electronic state : 2-A 7158 
Cartesian coordinates (Angs): 7159 
     C      -2.275809      0.148690      -0.367891 7160 
     C      -1.260724      0.112279       0.484643 7161 
     C       0.071423      0.733498       0.193929 7162 
     C       1.150763     -0.325924       0.094412 7163 
     O       2.412869      0.349900      -0.093776 7164 
     O       3.395681     -0.491871      -0.180792 7165 
     O      -3.506287     -0.390315      -0.187617 7166 
     H      -2.204780      0.644611      -1.328060 7167 
     H      -1.382734     -0.396042       1.437314 7168 
     H       0.028218      1.293552      -0.740915 7169 
     H       0.348530      1.438096       0.981051 7170 
     H       1.231526     -0.919900       1.004892 7171 
     H       0.998327     -0.988116      -0.756826 7172 
     H      -3.551102     -0.825174       0.669474 7173 
Rotational constants (GHz):   13.6874400    0.8329600    0.8191700 7174 
Vibrational harmonic frequencies (cm-1): 7175 
       60.8092                   90.3699                   93.3198             7176 
      165.2775                  280.7597                  313.8347             7177 
      355.1919                  453.9746                  528.9095             7178 
      593.7630                  785.7557                  851.2485             7179 
      989.6390                  993.0427                 1029.7627             7180 
     1104.1590                 1122.0018                 1159.0048             7181 
     1206.0828                 1269.0806                 1294.2590             7182 
     1309.3283                 1318.2802                 1346.6675             7183 
     1397.3583                 1419.6101                 1490.8330             7184 
     1507.2386                 1765.0976                 3063.5670             7185 
     3084.8968                 3108.9567                 3144.2032             7186 
     3154.2420                 3207.2976                 3859.5147             7187 
Zero-point correction (Hartree): 0.111442 7188 
 7189 
HOCHCHCH2CH2OO.Elttt 7190 
~~~~~~~~~~~~~~~~~~~~ 7191 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13833875  7192 
Electronic state : 2-A 7193 
Cartesian coordinates (Angs): 7194 
     C      -2.273429      0.105513      -0.345910 7195 
     C      -1.250519      0.154109       0.492492 7196 
     C       0.075477      0.744656       0.126087 7197 
     C       1.158404     -0.315660       0.135892 7198 
     O       2.416046      0.340116      -0.137218 7199 
     O       3.400500     -0.503981      -0.153931 7200 
     O      -3.469088     -0.443689       0.003341 7201 
     H      -2.206311      0.507793      -1.351936 7202 
     H      -1.375714     -0.260890       1.486384 7203 
     H       0.027645      1.201252      -0.863577 7204 
     H       0.354735      1.529938       0.832104 7205 
     H       1.248309     -0.804624       1.105828 7206 
     H       1.003251     -1.068940      -0.635313 7207 
     H      -4.091178     -0.375805      -0.722381 7208 
Rotational constants (GHz):   13.8484500    0.8326000    0.8185100 7209 
Vibrational harmonic frequencies (cm-1): 7210 
       57.7469                   90.3574                  103.0039             7211 
      158.1623                  229.2563                  299.1034             7212 
      314.3737                  359.8705                  526.9658             7213 
      590.0482                  784.7093                  863.0777             7214 
      967.4995                  986.9136                 1029.3380             7215 
     1103.2365                 1124.1121                 1179.2551             7216 
     1199.0412                 1244.0592                 1293.4717             7217 
     1302.6613                 1312.7888                 1355.5095             7218 
     1382.0788                 1415.5474                 1491.3168             7219 
     1507.2022                 1788.3995                 3061.7607             7220 
     3086.0660                 3106.1688                 3145.2990             7221 
     3169.8118                 3184.8758                 3916.9350             7222 
Zero-point correction (Hartree): 0.111015 7223 
 7224 
 7225 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Ec.b 7226 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 7227 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.10724016  7228 
Electronic state : 2-A 7229 
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Cartesian coordinates (Angs): 7230 
     C       1.217486      0.279742       0.364305 7231 
     C       0.341773      1.097742      -0.320596 7232 
     C      -1.027092      1.246613       0.229747 7233 
     C      -1.844235     -0.064593      -0.045476 7234 
     O      -0.992753     -1.095210      -0.485394 7235 
     O       0.005605     -1.255843       0.439528 7236 
     O       2.391428     -0.139894      -0.136307 7237 
     H       1.213890      0.247341       1.445253 7238 
     H       0.518331      1.286381      -1.373712 7239 
     H      -0.974047      1.394725       1.307886 7240 
     H      -1.549034      2.096788      -0.204608 7241 
     H      -2.361650     -0.370132       0.865237 7242 
     H      -2.563582      0.066706      -0.852405 7243 
     H       2.354263     -0.151259      -1.098142 7244 
Rotational constants (GHz):    4.7724200    2.2768000    1.7445200 7245 
Vibrational harmonic frequencies (cm-1): 7246 
     i685.0331                   79.5739                  248.9258             7247 
      266.7727                  368.0530                  402.7393             7248 
      421.1075                  441.7393                  542.8748             7249 
      651.4000                  781.5885                  819.2272             7250 
      891.5753                  903.7398                  977.2995             7251 
     1039.4828                 1100.8839                 1133.4693             7252 
     1159.3361                 1225.4296                 1268.0599             7253 
     1279.5097                 1296.2485                 1321.3174             7254 
     1371.2509                 1405.3781                 1487.8162             7255 
     1504.3742                 1563.6009                 3068.4393             7256 
     3087.8182                 3127.3766                 3146.3952             7257 
     3173.8162                 3211.4429                 3854.2426             7258 
Zero-point correction (Hartree): 0.110770 7259 
 7260 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Ec 7261 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 7262 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57644612  7263 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.50999223  7264 
     T1 diagnostic:  0.028421  7265 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46077651  7266 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.49072084  7267 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47834524  7268 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50387730  7269 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.10921509  7270 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08883155  7271 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11687402  7272 
Electronic state : 2-A 7273 
Cartesian coordinates (Angs): 7274 
     C       1.155879      0.174702       0.396882 7275 
     C       0.378016      1.143937      -0.200909 7276 
     C      -1.050426      1.263609       0.187134 7277 
     C      -1.791931     -0.024462      -0.246750 7278 
     O      -1.122666     -1.127408       0.316294 7279 
     O       0.084327     -1.281446      -0.319510 7280 
     O       2.404324     -0.122337       0.004603 7281 
     H       0.959046     -0.158255       1.406366 7282 
     H       0.705464      1.550892      -1.151471 7283 
     H      -1.160467      1.353572       1.268525 7284 
     H      -1.521335      2.128324      -0.278811 7285 
     H      -2.806017     -0.050121       0.151243 7286 
     H      -1.807149     -0.117482      -1.333491 7287 
     H       2.553350      0.195881      -0.891592 7288 
Rotational constants (GHz):    4.8099700    2.3018300    1.7081900 7289 
Vibrational harmonic frequencies (cm-1): 7290 
     i612.2148                  155.8931                  259.5245             7291 
      308.9601                  339.9696                  400.6085             7292 
      432.1901                  440.3496                  541.4172             7293 
      590.7723                  747.5627                  862.9943             7294 
      933.5439                  972.9901                  987.3404             7295 
     1024.8407                 1090.4612                 1128.1823             7296 
     1165.3542                 1214.9112                 1262.3010             7297 
     1277.6477                 1318.6330                 1327.6199             7298 
     1367.9829                 1403.7461                 1484.0993             7299 
     1488.6522                 1571.1142                 3073.6098             7300 
     3076.3357                 3128.1857                 3139.6010             7301 
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     3172.6958                 3222.8911                 3853.6386             7302 
Zero-point correction (Hartree): 0.111099 7303 
 7304 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Et.b 7305 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 7306 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.10677807  7307 
Electronic state : 2-A 7308 
Cartesian coordinates (Angs): 7309 
     C       1.214263      0.289700       0.332681 7310 
     C       0.326195      1.114648      -0.316324 7311 
     C      -1.033088      1.235463       0.261697 7312 
     C      -1.845033     -0.070021      -0.053565 7313 
     O      -0.991057     -1.100931      -0.491333 7314 
     O       0.004584     -1.260867       0.433509 7315 
     O       2.353683     -0.063418      -0.294347 7316 
     H       1.212212      0.218401       1.414086 7317 
     H       0.498114      1.324250      -1.363766 7318 
     H      -0.967915      1.341177       1.344097 7319 
     H      -1.571161      2.095330      -0.132183 7320 
     H      -2.385987     -0.385297       0.840440 7321 
     H      -2.544451      0.076333      -0.875285 7322 
     H       2.847487     -0.687210       0.243044 7323 
Rotational constants (GHz):    4.7508600    2.2809700    1.7416400 7324 
Vibrational harmonic frequencies (cm-1): 7325 
     i672.3229                   91.4225                  248.4742             7326 
      275.6830                  318.7083                  368.7678             7327 
      416.8751                  431.7870                  540.0841             7328 
      655.4871                  795.1183                  823.1929             7329 
      885.9184                  903.5206                  972.9894             7330 
     1036.2457                 1094.7108                 1133.0696             7331 
     1177.5571                 1217.2911                 1251.4219             7332 
     1276.5256                 1297.2793                 1318.4758             7333 
     1357.5098                 1390.8892                 1487.3773             7334 
     1503.7334                 1588.4282                 3065.0986             7335 
     3087.2872                 3126.5789                 3145.9153             7336 
     3174.3288                 3205.5509                 3893.7939             7337 
Zero-point correction (Hartree): 0.110621 7338 
 7339 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Et 7340 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 7341 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57685956  7342 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.51053770  7343 
     T1 diagnostic:  0.028927  7344 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46051972  7345 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.49081210  7346 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47833678  7347 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50423593  7348 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.11048561  7349 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08990202  7350 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11743003  7351 
Electronic state : 2-A 7352 
Cartesian coordinates (Angs): 7353 
     C       1.147043      0.214569       0.362170 7354 
     C       0.350660      1.166516      -0.223427 7355 
     C      -1.071962      1.255057       0.192903 7356 
     C      -1.791056     -0.052670      -0.223763 7357 
     O      -1.091404     -1.144407       0.327652 7358 
     O       0.098491     -1.285160      -0.343113 7359 
     O       2.388067      0.005591      -0.115672 7360 
     H       0.939296     -0.138660       1.365124 7361 
     H       0.673943      1.583833      -1.167781 7362 
     H      -1.167356      1.347532       1.275518 7363 
     H      -1.573728      2.104419      -0.268728 7364 
     H      -2.797301     -0.098079       0.192044 7365 
     H      -1.822870     -0.148961      -1.309517 7366 
     H       2.778671     -0.759101       0.315106 7367 
Rotational constants (GHz):    4.7651800    2.3156100    1.7036200 7368 
Vibrational harmonic frequencies (cm-1): 7369 
     i590.6847                  159.4186                  269.6552             7370 
      294.5891                  342.8123                  374.2063             7371 
      399.9901                  435.6672                  538.4892             7372 
      595.4815                  773.5039                  860.5234             7373 
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      934.0770                  971.0382                  982.5272             7374 
     1020.8763                 1084.1233                 1128.2875             7375 
     1182.8838                 1208.9500                 1256.2854             7376 
     1265.7570                 1319.9350                 1332.9792             7377 
     1358.1819                 1384.0530                 1483.8822             7378 
     1488.5767                 1600.3175                 3075.6803             7379 
     3076.1514                 3129.3890                 3140.5615             7380 
     3185.3172                 3208.4006                 3884.7204             7381 
Zero-point correction (Hartree): 0.111054 7382 
 7383 
 7384 
################################################################################# 7385 
Z-HOCH=CHCH2CH2OO ring closure 7386 
################################################################################# 7387 
 7388 
HOCHCHCH2CH2OO.Zcptt 7389 
~~~~~~~~~~~~~~~~~~~~ 7390 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13711336  7391 
Electronic state : 2-A 7392 
Cartesian coordinates (Angs): 7393 
     C      -1.776794     -0.554659      -0.256263 7394 
     C      -1.493800      0.732244      -0.393931 7395 
     C      -0.341202      1.507229       0.179422 7396 
     C       0.865022      0.702094       0.611509 7397 
     O       1.362636      0.001504      -0.550034 7398 
     O       2.306136     -0.829333      -0.236274 7399 
     O      -1.045956     -1.415474       0.509502 7400 
     H      -2.641959     -0.983117      -0.748092 7401 
     H      -2.189973      1.293835      -1.001782 7402 
     H      -0.017457      2.242074      -0.560669 7403 
     H      -0.672659      2.085016       1.047217 7404 
     H       1.667247      1.352616       0.959066 7405 
     H       0.637097     -0.043564       1.366069 7406 
     H      -1.284185     -2.321888       0.308221 7407 
Rotational constants (GHz):    3.9278800    2.0404800    1.5310900 7408 
Vibrational harmonic frequencies (cm-1): 7409 
       45.9236                   64.9179                  135.0800             7410 
      247.0910                  265.4998                  269.3807             7411 
      385.3755                  449.8302                  535.0364             7412 
      742.0012                  759.3706                  851.3365             7413 
      877.4570                  975.0962                 1014.7206             7414 
     1055.0647                 1080.1995                 1130.9052             7415 
     1232.4978                 1259.8112                 1284.3392             7416 
     1303.6282                 1317.0023                 1385.4671             7417 
     1420.2666                 1446.4422                 1472.3424             7418 
     1505.9929                 1788.8382                 3052.2248             7419 
     3086.2696                 3096.1607                 3178.5278             7420 
     3182.7917                 3214.4693                 3910.7664             7421 
Zero-point correction (Hartree): 0.111681 7422 
 7423 
HOCHCHCH2CH2OO.Zctpt 7424 
~~~~~~~~~~~~~~~~~~~~ 7425 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13858979  7426 
Electronic state : 2-A 7427 
Cartesian coordinates (Angs): 7428 
     C       2.258555      0.186620      -0.159502 7429 
     C       1.324382      1.115087      -0.020896 7430 
     C      -0.138910      0.947789       0.264829 7431 
     C      -0.670348     -0.470054       0.176316 7432 
     O      -2.097451     -0.455162       0.413555 7433 
     O      -2.742614      0.049252      -0.592871 7434 
     O       2.019007     -1.155385      -0.046563 7435 
     H       3.284895      0.462810      -0.367898 7436 
     H       1.671553      2.134578      -0.122294 7437 
     H      -0.365199      1.344959       1.258467 7438 
     H      -0.708414      1.553057      -0.443552 7439 
     H      -0.503577     -0.913031      -0.802703 7440 
     H      -0.273150     -1.120533       0.949555 7441 
     H       2.820279     -1.648133      -0.229019 7442 
Rotational constants (GHz):    6.2539000    1.3314300    1.1658700 7443 
Vibrational harmonic frequencies (cm-1): 7444 
       21.5428                   88.9392                  136.3872             7445 
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      180.6831                  222.3307                  282.7500             7446 
      372.7885                  454.7840                  567.1876             7447 
      745.0536                  765.6149                  806.7722             7448 
      929.2624                  975.1060                  977.1411             7449 
     1054.0019                 1098.4514                 1128.5862             7450 
     1236.7695                 1247.2451                 1290.1310             7451 
     1310.8892                 1328.5947                 1348.8740             7452 
     1422.8371                 1441.6560                 1484.8573             7453 
     1496.2722                 1791.5757                 3050.7558             7454 
     3091.2172                 3117.6643                 3185.2642             7455 
     3187.6863                 3213.3065                 3917.4230             7456 
Zero-point correction (Hartree): 0.111563 7457 
 7458 
HOCHCHCH2CH2OO.Zcttc 7459 
~~~~~~~~~~~~~~~~~~~~ 7460 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13442233  7461 
Point group : CS 7462 
Electronic state : 2-A" 7463 
Cartesian coordinates (Angs): 7464 
     C      -0.377205     -2.307271       0.000000 7465 
     C       0.796415     -1.684238       0.000000 7466 
     C       1.154718     -0.224566       0.000000 7467 
     C      -0.000000      0.750786       0.000000 7468 
     O       0.571304      2.076013       0.000000 7469 
     O      -0.349166      2.989418       0.000000 7470 
     O      -1.641430     -1.809192       0.000000 7471 
     H      -0.408505     -3.388123       0.000000 7472 
     H       1.648626     -2.350758       0.000000 7473 
     H       1.777089     -0.010247       0.872495 7474 
     H       1.777089     -0.010247      -0.872495 7475 
     H      -0.617134      0.675760      -0.897332 7476 
     H      -0.617134      0.675760       0.897332 7477 
     H      -1.649264     -0.850327       0.000000 7478 
Rotational constants (GHz):    5.8449000    1.2754700    1.0608800 7479 
Vibrational harmonic frequencies (cm-1): 7480 
       43.1149 (  A")            81.4073 (  A")           129.0539 (  A')      7481 
      149.1265 (  A")           268.3374 (  A')           311.4776 (  A")      7482 
      379.5594 (  A')           482.1220 (  A")           508.2954 (  A')      7483 
      751.1183 (  A")           767.0594 (  A')           814.7686 (  A")      7484 
      913.8562 (  A')          1003.6698 (  A")          1031.8930 (  A')      7485 
     1073.4671 (  A')          1088.9370 (  A")          1145.5511 (  A')      7486 
     1230.7542 (  A')          1253.1947 (  A")          1290.3416 (  A')      7487 
     1317.5934 (  A")          1342.4242 (  A')          1362.1290 (  A')      7488 
     1427.3542 (  A')          1444.3698 (  A')          1497.6006 (  A')      7489 
     1532.5811 (  A')          1767.2677 (  A')          3052.1786 (  A')      7490 
     3061.3874 (  A')          3082.0577 (  A")          3121.4614 (  A")      7491 
     3196.9164 (  A')          3224.9995 (  A')          3910.9139 (  A')      7492 
Zero-point correction (Hartree): 0.111763 7493 
 7494 
HOCHCHCH2CH2OO.Zcttt 7495 
~~~~~~~~~~~~~~~~~~~~ 7496 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13769930  7497 
Point group : CS 7498 
Electronic state : 2-A" 7499 
Cartesian coordinates (Angs): 7500 
     C      -0.410643     -2.264632       0.000000 7501 
     C       0.790060     -1.705198       0.000000 7502 
     C       1.158136     -0.250913       0.000000 7503 
     C       0.000000      0.723795       0.000000 7504 
     O       0.595745      2.042813       0.000000 7505 
     O      -0.306243      2.973965       0.000000 7506 
     O      -1.579759     -1.557348       0.000000 7507 
     H      -0.514846     -3.342783       0.000000 7508 
     H       1.619897     -2.399009       0.000000 7509 
     H       1.783976     -0.042358       0.871782 7510 
     H       1.783976     -0.042358      -0.871782 7511 
     H      -0.624334      0.644558      -0.886550 7512 
     H      -0.624334      0.644558       0.886550 7513 
     H      -2.327588     -2.156356       0.000000 7514 
Rotational constants (GHz):    5.8453500    1.3275400    1.0964700 7515 
Vibrational harmonic frequencies (cm-1): 7516 
       17.2363 (  A")            78.2270 (  A")           128.1975 (  A")      7517 
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      138.3477 (  A')           253.4598 (  A')           270.7581 (  A")      7518 
      380.3751 (  A')           456.1568 (  A")           510.4761 (  A')      7519 
      745.6136 (  A")           770.0082 (  A')           803.5707 (  A")      7520 
      930.3358 (  A')           978.1798 (  A")          1016.3361 (  A')      7521 
     1069.1464 (  A')          1076.6634 (  A")          1144.0290 (  A')      7522 
     1221.3629 (  A")          1252.0845 (  A')          1299.7341 (  A')      7523 
     1314.2764 (  A')          1315.9130 (  A")          1340.0882 (  A')      7524 
     1428.7474 (  A')          1443.9492 (  A')          1493.9967 (  A')      7525 
     1503.7163 (  A')          1792.5665 (  A')          3051.8416 (  A')      7526 
     3079.8236 (  A")          3111.9295 (  A')          3171.9629 (  A")      7527 
     3187.6752 (  A')          3213.1564 (  A')          3916.7245 (  A')      7528 
Zero-point correction (Hartree): 0.111418 7529 
 7530 
HOCHCHCH2CH2OO.Zgpmc 7531 
~~~~~~~~~~~~~~~~~~~~ 7532 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14139996  7533 
Electronic state : 2-A 7534 
Cartesian coordinates (Angs): 7535 
     C      -1.737468     -0.146900       0.370704 7536 
     C      -0.997116      0.936025       0.587248 7537 
     C       0.077260      1.427802      -0.337557 7538 
     C       1.434514      0.783067      -0.094846 7539 
     O       1.333949     -0.627424      -0.393721 7540 
     O       1.297258     -1.365867       0.677108 7541 
     O      -1.644538     -0.999462      -0.676321 7542 
     H      -2.531448     -0.435613       1.045857 7543 
     H      -1.192722      1.491430       1.493099 7544 
     H      -0.201334      1.255270      -1.380993 7545 
     H       0.200699      2.505915      -0.228546 7546 
     H       2.192512      1.171852      -0.773936 7547 
     H       1.761229      0.867044       0.938717 7548 
     H      -0.785432     -0.913843      -1.104020 7549 
Rotational constants (GHz):    3.6140200    2.2889700    1.7079300 7550 
Vibrational harmonic frequencies (cm-1): 7551 
       58.2574                   93.1132                  123.1605             7552 
      232.3401                  265.0035                  361.0549             7553 
      456.4881                  524.6469                  582.7744             7554 
      657.9690                  761.3718                  837.5371             7555 
      919.5851                  981.6888                  992.3137             7556 
     1035.9988                 1083.2694                 1141.7043             7557 
     1223.1119                 1228.6007                 1276.7832             7558 
     1312.6929                 1350.0219                 1370.6682             7559 
     1383.0603                 1438.3066                 1483.6831             7560 
     1488.0368                 1742.8540                 3054.4239             7561 
     3091.7480                 3110.0397                 3163.6564             7562 
     3210.9156                 3231.1092                 3838.7502             7563 
Zero-point correction (Hartree): 0.111873 7564 
 7565 
HOCHCHCH2CH2OO.Zgppt 7566 
~~~~~~~~~~~~~~~~~~~~ 7567 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13954204  7568 
Electronic state : 2-A 7569 
Cartesian coordinates (Angs): 7570 
     C       1.914859      0.090571      -0.431387 7571 
     C       0.985666      1.025018      -0.298066 7572 
     C      -0.116046      0.973688       0.714388 7573 
     C      -1.485281      0.843125       0.071006 7574 
     O      -1.596557     -0.397079      -0.661614 7575 
     O      -1.635879     -1.415766       0.141001 7576 
     O       1.969504     -0.998001       0.385586 7577 
     H       2.684108      0.156570      -1.191408 7578 
     H       1.022074      1.860050      -0.985306 7579 
     H       0.028552      0.133836       1.392152 7580 
     H      -0.126916      1.885411       1.316826 7581 
     H      -2.284305      0.853205       0.810695 7582 
     H      -1.659541      1.610620      -0.682013 7583 
     H       2.644287     -1.607334       0.083620 7584 
Rotational constants (GHz):    4.1422700    1.8180600    1.4550000 7585 
Vibrational harmonic frequencies (cm-1): 7586 
       28.3230                   59.2797                  144.7891             7587 
      214.5535                  252.6226                  295.0937             7588 
      378.7974                  519.7864                  568.4510             7589 
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      668.2856                  766.4669                  861.6718             7590 
      890.9170                  973.7082                  995.9278             7591 
     1047.5808                 1076.0585                 1148.4667             7592 
     1215.0584                 1257.7825                 1277.3019             7593 
     1296.0053                 1313.5432                 1357.1520             7594 
     1398.7465                 1444.7125                 1481.0926             7595 
     1490.7725                 1785.2217                 3064.5679             7596 
     3089.8000                 3132.9715                 3151.1366             7597 
     3184.5111                 3210.8037                 3919.8909             7598 
Zero-point correction (Hartree): 0.111543 7599 
 7600 
HOCHCHCH2CH2OO.Zgptc 7601 
~~~~~~~~~~~~~~~~~~~~ 7602 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14241976  7603 
Electronic state : 2-A 7604 
Cartesian coordinates (Angs): 7605 
     C       1.897914     -0.385648      -0.365766 7606 
     C       1.383603      0.840262      -0.401496 7607 
     C       0.264452      1.332044       0.474141 7608 
     C      -1.122747      0.977069      -0.024651 7609 
     O      -1.262451     -0.455486       0.137606 7610 
     O      -2.386318     -0.899974      -0.330991 7611 
     O       1.496806     -1.417339       0.410545 7612 
     H       2.743478     -0.659416      -0.982587 7613 
     H       1.826601      1.532954      -1.102642 7614 
     H       0.369226      0.941970       1.491084 7615 
     H       0.315083      2.417337       0.557387 7616 
     H      -1.913850      1.441070       0.563359 7617 
     H      -1.261010      1.196692      -1.081776 7618 
     H       0.596840     -1.270578       0.724538 7619 
Rotational constants (GHz):    4.0906500    1.8775300    1.4146100 7620 
Vibrational harmonic frequencies (cm-1): 7621 
       68.9838                   87.6903                  136.6126             7622 
      229.9296                  265.9066                  335.7055             7623 
      440.9411                  503.4870                  609.9387             7624 
      656.8277                  765.8418                  844.7707             7625 
      899.0257                  994.9890                 1024.7678             7626 
     1053.7330                 1087.6190                 1138.3086             7627 
     1222.6732                 1254.0154                 1290.0043             7628 
     1295.5010                 1353.6839                 1378.2692             7629 
     1396.6054                 1439.7699                 1481.4740             7630 
     1500.2293                 1746.2514                 3053.1188             7631 
     3087.8198                 3118.3686                 3150.7968             7632 
     3205.2596                 3225.7012                 3823.1965             7633 
Zero-point correction (Hartree): 0.112013 7634 
 7635 
HOCHCHCH2CH2OO.Zgtmt 7636 
~~~~~~~~~~~~~~~~~~~~ 7637 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14019926  7638 
Electronic state : 2-A 7639 
Cartesian coordinates (Angs): 7640 
     C       2.270326     -0.081809       0.116109 7641 
     C       1.368345     -1.008545      -0.173754 7642 
     C      -0.033049     -0.679805      -0.596835 7643 
     C      -0.912228     -0.443690       0.621475 7644 
     O      -2.280375     -0.204704       0.228308 7645 
     O      -2.418909      0.964599      -0.318224 7646 
     O       1.972686      1.245837       0.034722 7647 
     H       3.276542     -0.331255       0.429921 7648 
     H       1.665202     -2.041996      -0.067885 7649 
     H      -0.047455      0.226657      -1.201609 7650 
     H      -0.455768     -1.491488      -1.188285 7651 
     H      -0.964202     -1.321549       1.263055 7652 
     H      -0.572122      0.420624       1.189408 7653 
     H       2.750225      1.776249       0.214973 7654 
Rotational constants (GHz):    5.5989900    1.3520200    1.1808600 7655 
Vibrational harmonic frequencies (cm-1): 7656 
       43.3704                   65.7348                  120.2632             7657 
      202.9634                  257.3635                  286.3124             7658 
      355.0370                  527.0481                  572.4761             7659 
      679.5690                  764.8308                  817.1081             7660 
      959.4980                  972.6762                  985.8933             7661 
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     1066.5337                 1079.6370                 1137.5424             7662 
     1223.2900                 1259.5267                 1290.9339             7663 
     1294.5599                 1306.4462                 1335.8659             7664 
     1399.4687                 1434.0395                 1485.8825             7665 
     1502.2942                 1772.3973                 3082.3660             7666 
     3098.7856                 3130.6060                 3162.4014             7667 
     3191.4227                 3226.1186                 3915.6145             7668 
Zero-point correction (Hartree): 0.111644 7669 
 7670 
HOCHCHCH2CH2OO.Zgtpc 7671 
~~~~~~~~~~~~~~~~~~~~ 7672 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14075752  7673 
Electronic state : 2-A 7674 
Cartesian coordinates (Angs): 7675 
     C      -2.374942      0.337594       0.155917 7676 
     C      -1.213663      0.969303       0.026282 7677 
     C       0.051787      0.353347      -0.491740 7678 
     C       0.940906     -0.095044       0.658214 7679 
     O       2.162758     -0.680760       0.162951 7680 
     O       2.948064      0.222433      -0.339989 7681 
     O      -2.645564     -0.950933      -0.168538 7682 
     H      -3.253375      0.830196       0.548466 7683 
     H      -1.180539      2.000982       0.346920 7684 
     H      -0.142237     -0.503852      -1.142065 7685 
     H       0.609705      1.072998      -1.090594 7686 
     H       1.211162      0.739468       1.303249 7687 
     H       0.474510     -0.883184       1.247021 7688 
     H      -1.865818     -1.373723      -0.540433 7689 
Rotational constants (GHz):    7.9091100    1.1060900    1.0406700 7690 
Vibrational harmonic frequencies (cm-1): 7691 
       27.6412                   67.0647                  124.0091             7692 
      202.9161                  276.6980                  353.9663             7693 
      400.0936                  544.5398                  578.0624             7694 
      659.8564                  773.9056                  803.7664             7695 
      971.0301                  980.5378                  995.6468             7696 
     1062.8364                 1078.2751                 1139.3897             7697 
     1219.6081                 1248.4100                 1274.1562             7698 
     1303.1465                 1327.5545                 1348.3426             7699 
     1397.1146                 1436.2636                 1488.9787             7700 
     1512.6791                 1754.1465                 3055.7317             7701 
     3094.2064                 3114.3684                 3156.7534             7702 
     3212.0556                 3233.4812                 3862.2667             7703 
Zero-point correction (Hartree): 0.111811 7704 
 7705 
HOCHCHCH2CH2OO.Zgtpt 7706 
~~~~~~~~~~~~~~~~~~~~ 7707 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14074793  7708 
Electronic state : 2-A 7709 
Cartesian coordinates (Angs): 7710 
     C      -2.324227      0.311436       0.177412 7711 
     C      -1.219788      1.035274       0.068940 7712 
     C       0.059043      0.494489      -0.498552 7713 
     C       0.866340     -0.199202       0.587154 7714 
     O       2.103565     -0.717299       0.053086 7715 
     O       2.945104      0.237649      -0.200539 7716 
     O      -2.363701     -0.988806      -0.234841 7717 
     H      -3.239998      0.710018       0.596257 7718 
     H      -1.251137      2.050569       0.437250 7719 
     H      -0.153083     -0.226551      -1.288160 7720 
     H       0.664985      1.295553      -0.919357 7721 
     H       1.120232      0.478128       1.401064 7722 
     H       0.342422     -1.072435       0.970777 7723 
     H      -3.251384     -1.339617      -0.149199 7724 
Rotational constants (GHz):    7.5430100    1.1750500    1.0826100 7725 
Vibrational harmonic frequencies (cm-1): 7726 
       24.4640                   68.1809                  125.1362             7727 
      203.0655                  252.2195                  270.6904             7728 
      363.9977                  526.6943                  578.7486             7729 
      676.4526                  766.1211                  809.5074             7730 
      966.7978                  974.4646                  988.3892             7731 
     1065.2591                 1078.1403                 1135.2163             7732 
     1225.4347                 1262.0164                 1288.1527             7733 
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     1294.5643                 1310.5307                 1334.8408             7734 
     1397.7532                 1434.8279                 1485.8232             7735 
     1501.1418                 1774.3630                 3082.8514             7736 
     3097.4074                 3132.3512                 3162.7554             7737 
     3193.8803                 3228.2664                 3916.4641             7738 
Zero-point correction (Hartree): 0.111623 7739 
 7740 
HOCHCHCH2CH2OO.Zgttc 7741 
~~~~~~~~~~~~~~~~~~~~ 7742 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13967776  7743 
Electronic state : 2-A 7744 
Cartesian coordinates (Angs): 7745 
     C       2.398795      0.120656      -0.319230 7746 
     C       1.388901      0.958388      -0.113563 7747 
     C       0.123169      0.616565       0.617809 7748 
     C      -0.960737      0.190896      -0.354749 7749 
     O      -2.151912     -0.090414       0.411191 7750 
     O      -3.129570     -0.472234      -0.351222 7751 
     O       2.490714     -1.166102       0.096813 7752 
     H       3.285422      0.415956      -0.862452 7753 
     H       1.484300      1.951272      -0.529376 7754 
     H       0.277657     -0.180984       1.349411 7755 
     H      -0.228776      1.479200       1.183930 7756 
     H      -1.203033      0.978332      -1.067333 7757 
     H      -0.693941     -0.714815      -0.898969 7758 
     H       1.703757     -1.418004       0.588932 7759 
Rotational constants (GHz):    7.1967100    1.0749200    1.0053600 7760 
Vibrational harmonic frequencies (cm-1): 7761 
       27.6140                   75.3062                  103.2976             7762 
      164.6930                  279.9752                  327.4172             7763 
      409.5551                  486.7181                  584.7638             7764 
      659.6895                  772.5865                  798.5818             7765 
      963.9454                  998.3189                 1023.3267             7766 
     1066.5952                 1102.6237                 1135.4684             7767 
     1203.3977                 1251.5210                 1290.0301             7768 
     1301.4801                 1310.1920                 1349.7321             7769 
     1403.9103                 1437.3067                 1501.7698             7770 
     1515.9947                 1754.9348                 3056.6056             7771 
     3086.3611                 3107.6039                 3144.8072             7772 
     3213.9386                 3234.4311                 3863.8149             7773 
Zero-point correction (Hartree): 0.111649 7774 
 7775 
HOCHCHCH2CH2OO.Zgttt 7776 
~~~~~~~~~~~~~~~~~~~~ 7777 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13973051  7778 
Electronic state : 2-A 7779 
Cartesian coordinates (Angs): 7780 
     C       2.351439      0.076127      -0.312571 7781 
     C       1.403691      0.990183      -0.166351 7782 
     C       0.127070      0.732235       0.579489 7783 
     C      -0.917596      0.150776      -0.353388 7784 
     O      -2.130330     -0.040952       0.408884 7785 
     O      -3.082366     -0.527365      -0.325056 7786 
     O       2.223606     -1.171407       0.223381 7787 
     H       3.264418      0.272205      -0.861180 7788 
     H       1.560642      1.950948      -0.635060 7789 
     H       0.303140      0.027431       1.391986 7790 
     H      -0.254728      1.656223       1.013054 7791 
     H      -1.154796      0.818428      -1.180964 7792 
     H      -0.613335     -0.819983      -0.742173 7793 
     H       3.019754     -1.683391       0.073604 7794 
Rotational constants (GHz):    6.8219700    1.1327600    1.0449100 7795 
Vibrational harmonic frequencies (cm-1): 7796 
       17.7531                   75.6068                  100.6331             7797 
      163.6008                  251.6023                  256.2517             7798 
      357.1504                  470.8270                  578.0969             7799 
      671.1409                  764.7380                  804.8320             7800 
      967.3141                  972.8733                 1022.0913             7801 
     1068.3820                 1103.5542                 1130.0493             7802 
     1208.6234                 1269.6215                 1292.2993             7803 
     1293.7736                 1312.5331                 1316.4638             7804 
     1403.7061                 1435.9979                 1494.8269             7805 
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     1505.7502                 1776.5340                 3080.9903             7806 
     3090.6090                 3125.2729                 3151.1963             7807 
     3192.8048                 3228.0659                 3916.2471             7808 
Zero-point correction (Hartree): 0.111338 7809 
 7810 
HOCHCHCH2CH2OO.Zlmmc 7811 
~~~~~~~~~~~~~~~~~~~~ 7812 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13994056  7813 
Electronic state : 2-A 7814 
Cartesian coordinates (Angs): 7815 
     C       2.143768     -0.664679       0.139343 7816 
     C       0.823500     -0.626813       0.007766 7817 
     C       0.009027      0.560010      -0.410802 7818 
     C      -1.165145      0.807557       0.521676 7819 
     O      -2.073223     -0.316307       0.501905 7820 
     O      -2.704934     -0.391193      -0.629406 7821 
     O       3.028093      0.339703      -0.091022 7822 
     H       2.655945     -1.560534       0.461000 7823 
     H       0.286885     -1.541015       0.221674 7824 
     H       0.598678      1.479894      -0.427379 7825 
     H      -0.393321      0.426727      -1.417786 7826 
     H      -0.850580      0.878497       1.561091 7827 
     H      -1.737194      1.687549       0.232840 7828 
     H       2.573202      1.114817      -0.431159 7829 
Rotational constants (GHz):    8.3236200    1.1198900    1.0759200 7830 
Vibrational harmonic frequencies (cm-1): 7831 
       17.6350                   67.8239                  141.9868             7832 
      214.7837                  252.1685                  318.5315             7833 
      428.7667                  524.9213                  588.2432             7834 
      647.9435                  778.0323                  823.9482             7835 
      899.4037                  997.0807                 1004.6641             7836 
     1043.3525                 1106.6705                 1128.8582             7837 
     1219.1224                 1238.5768                 1279.6884             7838 
     1305.2664                 1337.6068                 1369.0230             7839 
     1397.5003                 1441.7449                 1472.6402             7840 
     1491.9527                 1760.7025                 3057.5479             7841 
     3090.4578                 3101.2578                 3159.9774             7842 
     3209.5933                 3231.4405                 3876.0568             7843 
Zero-point correction (Hartree): 0.111687 7844 
 7845 
HOCHCHCH2CH2OO.Zlmmt 7846 
~~~~~~~~~~~~~~~~~~~~ 7847 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14069596  7848 
Electronic state : 2-A 7849 
Cartesian coordinates (Angs): 7850 
     C      -2.088309     -0.661230      -0.159614 7851 
     C      -0.799558     -0.727793       0.137412 7852 
     C       0.004714      0.427704       0.647944 7853 
     C       1.058514      0.886017      -0.344729 7854 
     O       1.993842     -0.180062      -0.630865 7855 
     O       2.748805     -0.433773       0.393502 7856 
     O      -2.807425      0.491902      -0.019341 7857 
     H      -2.635411     -1.519816      -0.529306 7858 
     H      -0.303212     -1.676494      -0.011978 7859 
     H      -0.647327      1.274451       0.860453 7860 
     H       0.514923      0.159490       1.574692 7861 
     H       0.624742      1.125067      -1.313747 7862 
     H       1.637611      1.726756       0.033916 7863 
     H      -3.725278      0.337827      -0.246486 7864 
Rotational constants (GHz):    8.0364600    1.1756500    1.1218800 7865 
Vibrational harmonic frequencies (cm-1): 7866 
       23.9377                   62.4069                  135.4223             7867 
      205.8432                  253.4339                  279.2227             7868 
      389.6089                  524.3234                  602.4719             7869 
      656.0122                  778.7954                  827.2330             7870 
      890.9544                  976.7741                 1004.8483             7871 
     1048.0315                 1099.1372                 1132.7352             7872 
     1211.3681                 1247.2811                 1294.7766             7873 
     1300.3257                 1305.2226                 1357.3751             7874 
     1392.5991                 1444.6908                 1480.8993             7875 
     1489.5894                 1781.4930                 3077.5404             7876 
     3094.8937                 3130.4073                 3159.1728             7877 
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     3191.1439                 3224.0324                 3920.0462             7878 
Zero-point correction (Hartree): 0.111617 7879 
 7880 
HOCHCHCH2CH2OO.Zlmpc 7881 
~~~~~~~~~~~~~~~~~~~~ 7882 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13868808  7883 
Electronic state : 2-A 7884 
Cartesian coordinates (Angs): 7885 
     C      -1.989705     -0.744530       0.029943 7886 
     C      -0.720256     -0.485431       0.318009 7887 
     C      -0.087986      0.872455       0.366130 7888 
     C       1.236003      0.929434      -0.382633 7889 
     O       2.209234      0.096137       0.280618 7890 
     O       2.301386     -1.081886      -0.259005 7891 
     O      -2.973361      0.146858      -0.259003 7892 
     H      -2.368788     -1.756248       0.000843 7893 
     H      -0.087874     -1.335139       0.534889 7894 
     H      -0.728776      1.638039      -0.079650 7895 
     H       0.094512      1.182833       1.398414 7896 
     H       1.147655      0.572355      -1.406187 7897 
     H       1.661348      1.931503      -0.357447 7898 
     H      -2.644486      1.046223      -0.180442 7899 
Rotational constants (GHz):    6.7689600    1.2445200    1.1083900 7900 
Vibrational harmonic frequencies (cm-1): 7901 
       18.0344                   91.5867                  105.7143             7902 
      226.4445                  232.0717                  322.9611             7903 
      433.7305                  515.3716                  568.8543             7904 
      651.4993                  779.4896                  844.9060             7905 
      878.1583                  999.1262                 1017.5783             7906 
     1051.9170                 1093.4299                 1129.7210             7907 
     1230.1992                 1236.6756                 1271.0215             7908 
     1318.5707                 1345.2177                 1372.6220             7909 
     1390.8427                 1445.6145                 1469.7737             7910 
     1485.7653                 1760.8773                 3047.9076             7911 
     3082.0069                 3098.8408                 3163.8554             7912 
     3211.9308                 3234.1030                 3877.2726             7913 
Zero-point correction (Hartree): 0.111639 7914 
 7915 
HOCHCHCH2CH2OO.Zlmpt 7916 
~~~~~~~~~~~~~~~~~~~~ 7917 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13978773  7918 
Electronic state : 2-A 7919 
Cartesian coordinates (Angs): 7920 
     C      -1.922704     -0.708652       0.104527 7921 
     C      -0.703461     -0.461169       0.557734 7922 
     C      -0.057498      0.888661       0.521306 7923 
     C       1.167248      0.936171      -0.379521 7924 
     O       2.204704      0.079601       0.144661 7925 
     O       2.144685     -1.121019      -0.347727 7926 
     O      -2.709907      0.267767      -0.438055 7927 
     H      -2.355496     -1.700688       0.142598 7928 
     H      -0.144789     -1.293540       0.961654 7929 
     H      -0.767207      1.631260       0.156524 7930 
     H       0.247172      1.192543       1.525260 7931 
     H       0.948198      0.597554      -1.389685 7932 
     H       1.610516      1.930687      -0.392956 7933 
     H      -3.555761     -0.098666      -0.698706 7934 
Rotational constants (GHz):    6.1146800    1.3366200    1.2016300 7935 
Vibrational harmonic frequencies (cm-1): 7936 
       27.3716                   88.2057                  114.5263             7937 
      221.3444                  238.6604                  267.6976             7938 
      403.9375                  513.5193                  587.8196             7939 
      654.3555                  781.7969                  849.4386             7940 
      877.1053                  977.9788                 1013.9296             7941 
     1054.9938                 1090.2377                 1130.0488             7942 
     1216.4038                 1236.8401                 1291.6605             7943 
     1297.7336                 1321.4059                 1361.5667             7944 
     1385.6273                 1446.8172                 1479.1669             7945 
     1485.9362                 1781.7754                 3066.5438             7946 
     3096.1160                 3123.3747                 3162.6365             7947 
     3192.2612                 3226.0934                 3921.1846             7948 
Zero-point correction (Hartree): 0.111599 7949 
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 7950 
HOCHCHCH2CH2OO.Zlmtc 7951 
~~~~~~~~~~~~~~~~~~~~ 7952 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13905289  7953 
Electronic state : 2-A 7954 
Cartesian coordinates (Angs): 7955 
     C      -2.192234     -0.718371      -0.080291 7956 
     C      -0.903735     -0.591983       0.212102 7957 
     C      -0.170168      0.700361       0.418640 7958 
     C       1.165032      0.721580      -0.299271 7959 
     O       1.997363     -0.285070       0.318060 7960 
     O       3.143934     -0.386438      -0.278970 7961 
     O      -3.107001      0.273427      -0.230218 7962 
     H      -2.647185     -1.686944      -0.232436 7963 
     H      -0.333417     -1.505117       0.311545 7964 
     H      -0.739251      1.555554       0.046180 7965 
     H       0.009899      0.884330       1.481313 7966 
     H       1.071934      0.464778      -1.353488 7967 
     H       1.680731      1.674843      -0.191820 7968 
     H      -2.710451      1.127670      -0.039355 7969 
Rotational constants (GHz):    9.7604000    1.0288300    0.9728300 7970 
Vibrational harmonic frequencies (cm-1): 7971 
       19.6535                   66.5428                  120.1996             7972 
      217.3154                  241.8543                  313.8582             7973 
      388.7097                  501.0476                  578.1024             7974 
      661.9453                  779.6506                  823.0225             7975 
      908.1268                  998.9615                 1044.1810             7976 
     1051.8555                 1090.0733                 1136.9804             7977 
     1229.3177                 1236.2048                 1287.8689             7978 
     1296.4890                 1335.1353                 1372.6237             7979 
     1400.6148                 1444.0866                 1469.3469             7980 
     1501.9053                 1759.4537                 3050.8456             7981 
     3083.3175                 3094.3059                 3148.6704             7982 
     3211.1193                 3233.2802                 3875.4610             7983 
Zero-point correction (Hartree): 0.111567 7984 
 7985 
HOCHCHCH2CH2OO.Zlmtt 7986 
~~~~~~~~~~~~~~~~~~~~ 7987 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14001114  7988 
Electronic state : 2-A 7989 
Cartesian coordinates (Angs): 7990 
     C      -2.129890     -0.693101      -0.078516 7991 
     C      -0.912971     -0.635025       0.440602 7992 
     C      -0.162846      0.640650       0.675647 7993 
     C       1.084324      0.746825      -0.178450 7994 
     O       1.976008     -0.318638       0.223395 7995 
     O       3.051639     -0.340873      -0.499865 7996 
     O      -2.819622      0.428371      -0.441076 7997 
     H      -2.637773     -1.636103      -0.239607 7998 
     H      -0.434511     -1.570323       0.694454 7999 
     H      -0.799649      1.494655       0.448190 8000 
     H       0.129922      0.721365       1.724899 8001 
     H       0.872470      0.609029      -1.237642 8002 
     H       1.616475      1.684755      -0.024412 8003 
     H      -3.682831      0.189645      -0.781210 8004 
Rotational constants (GHz):    8.1761600    1.0884600    1.0485000 8005 
Vibrational harmonic frequencies (cm-1): 8006 
       23.2548                   68.7763                  118.9651             8007 
      204.1627                  245.2082                  274.0911             8008 
      350.5013                  480.3196                  602.0876             8009 
      655.5972                  780.3875                  824.4920             8010 
      907.0490                  976.6682                 1041.0311             8011 
     1052.1215                 1085.7309                 1138.5377             8012 
     1217.7992                 1245.1212                 1293.7441             8013 
     1300.0195                 1304.5116                 1356.4493             8014 
     1395.4060                 1446.1590                 1480.4572             8015 
     1500.4784                 1781.5388                 3067.6293             8016 
     3086.9684                 3129.9267                 3147.0592             8017 
     3191.7444                 3226.1869                 3920.6148             8018 
Zero-point correction (Hartree): 0.111450 8019 
 8020 
HOCHCHCH2CH2OO.Zlpmt 8021 
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~~~~~~~~~~~~~~~~~~~~ 8022 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13945018  8023 
Electronic state : 2-A 8024 
Cartesian coordinates (Angs): 8025 
     C      -1.792042     -0.245705       0.497000 8026 
     C      -0.763719      0.514753       0.840462 8027 
     C       0.080855      1.269692      -0.135131 8028 
     C       1.532826      0.812047      -0.131362 8029 
     O       1.629254     -0.554384      -0.573924 8030 
     O       1.511557     -1.390915       0.414204 8031 
     O      -2.197243     -0.376930      -0.798829 8032 
     H      -2.365981     -0.794326       1.233637 8033 
     H      -0.507953      0.557576       1.890440 8034 
     H      -0.322875      1.165542      -1.141313 8035 
     H       0.084996      2.336127       0.106554 8036 
     H       2.127656      1.380476      -0.844490 8037 
     H       1.979199      0.862095       0.860435 8038 
     H      -2.891109     -1.034385      -0.862684 8039 
Rotational constants (GHz):    4.2484800    1.7298900    1.5147800 8040 
Vibrational harmonic frequencies (cm-1): 8041 
       17.9802                   96.2996                  108.0144             8042 
      219.1300                  246.6748                  290.6683             8043 
      387.2275                  523.5856                  545.1065             8044 
      672.0064                  766.3136                  846.1595             8045 
      923.9577                  971.3979                  991.2150             8046 
     1047.3391                 1068.3295                 1149.5674             8047 
     1225.9786                 1235.6111                 1284.1883             8048 
     1297.3051                 1318.1810                 1360.7644             8049 
     1393.2404                 1446.2410                 1477.8737             8050 
     1486.1508                 1782.0974                 3058.1557             8051 
     3092.6592                 3127.6936                 3155.3540             8052 
     3189.6091                 3217.7380                 3919.5797             8053 
Zero-point correction (Hartree): 0.111492 8054 
 8055 
HOCHCHCH2CH2OO.Zlptt 8056 
~~~~~~~~~~~~~~~~~~~~ 8057 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.13906481  8058 
Electronic state : 2-A 8059 
Cartesian coordinates (Angs): 8060 
     C      -2.005846     -0.189901       0.557402 8061 
     C      -1.055449      0.728700       0.636447 8062 
     C      -0.149303      1.104773      -0.494933 8063 
     C       1.307147      0.824153      -0.185709 8064 
     O       1.465252     -0.607883      -0.080592 8065 
     O       2.673323     -0.927575       0.263857 8066 
     O      -2.267356     -0.865206      -0.597161 8067 
     H      -2.627361     -0.440774       1.408355 8068 
     H      -0.920009      1.219966       1.591008 8069 
     H      -0.434299      0.569448      -1.399886 8070 
     H      -0.232266      2.172840      -0.710148 8071 
     H       1.972741      1.163634      -0.978403 8072 
     H       1.622660      1.253347       0.765125 8073 
     H      -2.930518     -1.539498      -0.444117 8074 
Rotational constants (GHz):    5.0261900    1.3870900    1.2335400 8075 
Vibrational harmonic frequencies (cm-1): 8076 
       21.3258                   66.7347                  117.6948             8077 
      209.2188                  235.3191                  293.1693             8078 
      337.7011                  470.2339                  570.4101             8079 
      675.2776                  764.1390                  852.0397             8080 
      890.5305                  971.6337                 1039.7919             8081 
     1062.8667                 1072.7564                 1140.2453             8082 
     1216.0551                 1265.2629                 1288.7033             8083 
     1296.4313                 1299.1031                 1356.4039             8084 
     1399.5920                 1448.0565                 1478.8844             8085 
     1502.9722                 1786.2420                 3066.2634             8086 
     3082.7260                 3125.5137                 3141.4267             8087 
     3187.1186                 3213.1129                 3920.4763             8088 
Zero-point correction (Hartree): 0.111324 8089 
 8090 
HOCHCHCH2CH2OO.Zpmmc 8091 
~~~~~~~~~~~~~~~~~~~~ 8092 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.60037010  8093 
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E(CCSD/Aug-CC-pVTZ) (Hartree): -381.53772838  8094 
     T1 diagnostic:  0.022191  8095 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.49448818  8096 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.52479655  8097 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.49774632  8098 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.52669599  8099 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.13149271  8100 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.12616632  8101 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14414641  8102 
Electronic state : 2-A 8103 
Cartesian coordinates (Angs): 8104 
     C       1.838020      0.079555       0.342809 8105 
     C       1.016432      1.117681       0.218070 8106 
     C      -0.200990      1.144807      -0.658951 8107 
     C      -1.489617      0.807122       0.068881 8108 
     O      -1.451380     -0.522535       0.649006 8109 
     O      -1.199537     -1.432397      -0.236220 8110 
     O       1.729213     -1.129048      -0.251044 8111 
     H       2.725321      0.135368       0.959152 8112 
     H       1.258623      2.004009       0.787568 8113 
     H      -0.332366      2.141817      -1.082837 8114 
     H      -0.092628      0.466424      -1.506073 8115 
     H      -1.657397      1.451712       0.929058 8116 
     H      -2.353180      0.834791      -0.595467 8117 
     H       0.842185     -1.257284      -0.610196 8118 
Rotational constants (GHz):    3.8427200    2.2415600    1.6192300 8119 
Vibrational harmonic frequencies (cm-1): 8120 
       53.1930                  131.5021                  148.7968             8121 
      214.3796                  291.8812                  357.7868             8122 
      466.1477                  541.8760                  599.5496             8123 
      667.3210                  761.4688                  849.8795             8124 
      886.5390                  981.9506                  996.2389             8125 
     1037.1786                 1088.8224                 1148.0690             8126 
     1222.6972                 1260.3105                 1275.4686             8127 
     1306.3988                 1351.2209                 1373.7689             8128 
     1404.3696                 1442.6719                 1490.4872             8129 
     1495.2118                 1747.8273                 3075.1083             8130 
     3090.8924                 3114.1355                 3157.0129             8131 
     3205.6803                 3226.0874                 3797.6382             8132 
Zero-point correction (Hartree): 0.112222 8133 
 8134 
HOCHCHCH2CH2OO.Zptpc 8135 
~~~~~~~~~~~~~~~~~~~~ 8136 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.14299943  8137 
Electronic state : 2-A 8138 
Cartesian coordinates (Angs): 8139 
     C       1.990719     -0.256495       0.149012 8140 
     C       1.485695      0.947781      -0.106531 8141 
     C       0.056334      1.134753      -0.529354 8142 
     C      -0.937822      0.806510       0.595548 8143 
     O      -2.050788      0.022964       0.099607 8144 
     O      -1.651134     -1.141169      -0.305940 8145 
     O       1.331854     -1.432158       0.068728 8146 
     H       3.017806     -0.397564       0.456449 8147 
     H       2.133420      1.803863       0.003447 8148 
     H      -0.110610      2.147300      -0.887896 8149 
     H      -0.173160      0.466885      -1.364114 8150 
     H      -0.471153      0.216023       1.382390 8151 
     H      -1.404024      1.688816       1.026043 8152 
     H       0.398713     -1.317709      -0.167528 8153 
Rotational constants (GHz):    4.3235600    1.9772300    1.4811700 8154 
Vibrational harmonic frequencies (cm-1): 8155 
       86.7356                  102.9580                  196.4536             8156 
      219.3773                  324.4331                  366.9969             8157 
      522.0243                  568.6202                  624.7459             8158 
      707.6098                  753.2826                  813.2521             8159 
      954.6509                  992.7960                 1003.1022             8160 
     1032.6939                 1079.1186                 1135.4807             8161 
     1230.2006                 1263.6910                 1287.2719             8162 
     1308.1613                 1339.8173                 1375.1774             8163 
     1399.4617                 1431.3431                 1493.5697             8164 
     1509.4091                 1733.6295                 3059.1022             8165 
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     3101.0760                 3136.5884                 3168.4579             8166 
     3216.8284                 3242.0571                 3721.9528             8167 
Zero-point correction (Hartree): 0.112774 8168 
 8169 
 8170 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Zp 8171 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 8172 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -381.57530128  8173 
E(CCSD/Aug-CC-pVTZ) (Hartree): -381.50813416  8174 
     T1 diagnostic:  0.028163  8175 
E(MP2/Aug-CC-pVTZ) (Hartree): -381.46065809  8176 
E(MP3/Aug-CC-pVTZ) (Hartree): -381.48930848  8177 
E(PMP2/Aug-CC-pVTZ) (Hartree): -381.47781124  8178 
E(PMP3/Aug-CC-pVTZ) (Hartree): -381.50213210  8179 
E(PUHF/Aug-CC-pVTZ) (Hartree): -380.10312287  8180 
E(UHF/Aug-CC-pVTZ) (Hartree): -380.08321231  8181 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11528532  8182 
Electronic state : 2-A 8183 
Cartesian coordinates (Angs): 8184 
     C      -1.313651      0.291233       0.341855 8185 
     C      -0.290224      1.192205       0.597926 8186 
     C       0.894511      1.228012      -0.296765 8187 
     C       1.630403     -0.125664      -0.144674 8188 
     O       0.687093     -1.170389      -0.292135 8189 
     O      -0.130432     -1.179717       0.824619 8190 
     O      -1.677701     -0.116515      -0.885788 8191 
     H      -2.107594      0.163169       1.065677 8192 
     H      -0.202646      1.551906       1.612946 8193 
     H       0.601424      1.347293      -1.342140 8194 
     H       1.571932      2.041338      -0.041842 8195 
     H       2.372267     -0.273285      -0.929519 8196 
     H       2.096557     -0.203814       0.837668 8197 
     H      -0.889856     -0.408346      -1.366413 8198 
Rotational constants (GHz):    3.8895600    2.8846500    2.2593700 8199 
Vibrational harmonic frequencies (cm-1): 8200 
     i623.4638                  177.6328                  248.3701             8201 
      280.9721                  391.9599                  432.6138             8202 
      452.0873                  500.3075                  587.6845             8203 
      663.9523                  737.8072                  875.1450             8204 
      919.1406                  932.5186                  979.4588             8205 
     1017.9830                 1061.3809                 1077.5628             8206 
     1148.8220                 1210.9937                 1256.2309             8207 
     1268.3454                 1318.6422                 1340.3793             8208 
     1369.6287                 1434.1885                 1484.4078             8209 
     1497.9549                 1538.4045                 3065.6462             8210 
     3076.6998                 3128.7866                 3140.1905             8211 
     3209.6855                 3225.6704                 3759.1579             8212 
Zero-point correction (Hartree): 0.111198 8213 
 8214 
TS.HOCHCHCH2CH2OO.cycHOCHCHCH2CH2OO.Zt 8215 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 8216 
E(UM062X/Aug-CC-pVTZ) (Hartree): -382.11419635  8217 
Electronic state : 2-A 8218 
Cartesian coordinates (Angs): 8219 
     C      -1.287511      0.259883       0.386557 8220 
     C      -0.294591      1.181154       0.633815 8221 
     C       0.851787      1.247950      -0.305377 8222 
     C       1.636262     -0.084230      -0.149982 8223 
     O       0.753486     -1.169180      -0.328771 8224 
     O      -0.090769     -1.241275       0.751995 8225 
     O      -1.630822     -0.007392      -0.891770 8226 
     H      -2.019276      0.015380       1.147963 8227 
     H      -0.171789      1.509338       1.655646 8228 
     H       0.518979      1.326247      -1.338814 8229 
     H       1.519237      2.078630      -0.080707 8230 
     H       2.397095     -0.186422      -0.923444 8231 
     H       2.090673     -0.145555       0.840312 8232 
     H      -2.025769     -0.883393      -0.942661 8233 
Rotational constants (GHz):    3.8492700    2.8899600    2.2304200 8234 
Vibrational harmonic frequencies (cm-1): 8235 
     i636.9546                  172.7885                  237.3710             8236 
      258.3095                  345.3806                  425.8914             8237 
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      446.6402                  470.7412                  581.9767             8238 
      665.6133                  750.0642                  868.5386             8239 
      930.9654                  944.1562                  984.0003             8240 
     1021.3281                 1065.7209                 1080.7316             8241 
     1155.5223                 1207.5550                 1260.3485             8242 
     1273.2681                 1283.4913                 1320.2074             8243 
     1368.5899                 1434.2763                 1481.3443             8244 
     1490.0791                 1559.9629                 3068.6534             8245 
     3091.3822                 3132.4485                 3147.5517             8246 
     3178.7540                 3223.6184                 3862.1701             8247 
Zero-point correction (Hartree): 0.111151 8248 
 8249 
 8250 
################################################################################# 8251 
E-HOCH=C(CH3)CH2CH2OO ring closure and H-shift 8252 
################################################################################# 8253 
 8254 
HOCHCCH3CH2CH2OO.Ecppc 8255 
~~~~~~~~~~~~~~~~~~~~~~ 8256 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45033361  8257 
Electronic state : 2-A 8258 
Cartesian coordinates (Angs): 8259 
     C      -1.103065     -0.871471       0.191141 8260 
     C      -0.923169      0.437989       0.049117 8261 
     C       0.395924      1.105234       0.334463 8262 
     C       1.491277      0.242106       0.917800 8263 
     O       1.954620     -0.751298      -0.027162 8264 
     O       2.592063     -0.202878      -1.014324 8265 
     O      -2.250252     -1.571520      -0.021246 8266 
     H      -0.307885     -1.538884       0.491128 8267 
     C      -1.996493      1.381879      -0.412544 8268 
     H       0.784451      1.565845      -0.579038 8269 
     H       0.231319      1.930178       1.035728 8270 
     H       2.356948      0.841506       1.192988 8271 
     H       1.153244     -0.338338       1.774789 8272 
     H      -2.959546     -0.976412      -0.277049 8273 
     H      -2.282302      2.070261       0.386228 8274 
     H      -2.903590      0.887905      -0.759677 8275 
     H      -1.630930      1.989086      -1.243099 8276 
Rotational constants (GHz):    3.2229900    1.1959300    1.0071900 8277 
Vibrational harmonic frequencies (cm-1): 8278 
       51.8982                   69.8197                   73.8428             8279 
      147.1759                  217.6721                  261.0593             8280 
      300.7799                  325.5790                  340.9710             8281 
      477.0424                  492.8291                  545.1056             8282 
      613.4975                  792.7749                  844.9085             8283 
      922.6439                  972.1016                  990.6421             8284 
     1022.9268                 1055.5205                 1118.1250             8285 
     1179.2911                 1217.1855                 1231.9348             8286 
     1277.5549                 1296.8105                 1317.5123             8287 
     1396.5873                 1402.2311                 1423.3292             8288 
     1438.1956                 1472.3417                 1478.9286             8289 
     1496.0521                 1505.6938                 1781.0266             8290 
     3038.5655                 3048.2013                 3068.5338             8291 
     3098.9307                 3100.1948                 3124.0822             8292 
     3154.6785                 3232.9326                 3881.6709             8293 
Zero-point correction (Hartree): 0.139650 8294 
 8295 
HOCHCCH3CH2CH2OO.Ecppt 8296 
~~~~~~~~~~~~~~~~~~~~~~ 8297 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45049488  8298 
Electronic state : 2-A 8299 
Cartesian coordinates (Angs): 8300 
     C      -1.104756     -0.841832       0.194140 8301 
     C      -0.917761      0.462519       0.041328 8302 
     C       0.404086      1.129509       0.303331 8303 
     C       1.497118      0.278838       0.908852 8304 
     O       1.943860     -0.756505       0.000620 8305 
     O       2.585868     -0.256450      -1.009129 8306 
     O      -2.321172     -1.428384      -0.034035 8307 
     H      -0.313292     -1.514921       0.498488 8308 
     C      -2.014262      1.373580      -0.423936 8309 
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     H       0.789235      1.563549      -0.624469 8310 
     H       0.244566      1.974288       0.981369 8311 
     H       2.371537      0.878173       1.155111 8312 
     H       1.158947     -0.265689       1.789342 8313 
     H      -2.238138     -2.380469       0.030156 8314 
     H      -2.237775      2.126436       0.335668 8315 
     H      -2.924844      0.823720      -0.643640 8316 
     H      -1.705234      1.909941      -1.323966 8317 
Rotational constants (GHz):    3.2608800    1.1933500    1.0065700 8318 
Vibrational harmonic frequencies (cm-1): 8319 
       64.2134                   69.7592                  128.4212             8320 
      147.9245                  202.7073                  220.2890             8321 
      280.1259                  304.5266                  309.7661             8322 
      459.1385                  476.7862                  545.6244             8323 
      617.3729                  804.5104                  838.1869             8324 
      894.5427                  972.8820                  987.6513             8325 
     1020.9739                 1061.4689                 1119.3137             8326 
     1187.0261                 1200.6626                 1231.1333             8327 
     1279.8442                 1304.1932                 1315.6101             8328 
     1387.4788                 1398.6469                 1409.4114             8329 
     1438.5514                 1469.9868                 1491.9479             8330 
     1493.7130                 1495.7324                 1800.1772             8331 
     3041.0298                 3049.1693                 3070.3455             8332 
     3095.7183                 3097.7090                 3153.4042             8333 
     3168.7181                 3202.3506                 3921.7865             8334 
Zero-point correction (Hartree): 0.139493 8335 
 8336 
HOCHCCH3CH2CH2OO.Ecptc 8337 
~~~~~~~~~~~~~~~~~~~~~~ 8338 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44964409  8339 
Electronic state : 2-A 8340 
Cartesian coordinates (Angs): 8341 
     C       0.958460      0.920769       0.176224 8342 
     C       1.056457     -0.394701       0.011636 8343 
     C      -0.134754     -1.309029       0.129860 8344 
     C      -1.439234     -0.683554       0.559397 8345 
     O      -1.928124      0.141653      -0.523660 8346 
     O      -3.012965      0.767980      -0.188622 8347 
     O       1.964580      1.833701       0.114548 8348 
     H       0.017272      1.414141       0.372494 8349 
     C       2.341567     -1.103477      -0.306493 8350 
     H      -0.295534     -1.825626      -0.822258 8351 
     H       0.096126     -2.096372       0.854757 8352 
     H      -2.201540     -1.437712       0.748404 8353 
     H      -1.336795     -0.046262       1.437080 8354 
     H       2.803597      1.393954      -0.044874 8355 
     H       2.649076     -1.746589       0.521495 8356 
     H       3.173599     -0.436166      -0.529254 8357 
     H       2.211299     -1.746085      -1.179711 8358 
Rotational constants (GHz):    3.3065000    1.1620200    0.9115700 8359 
Vibrational harmonic frequencies (cm-1): 8360 
       39.4128                   52.5256                   72.1304             8361 
      128.7292                  228.7058                  257.5636             8362 
      290.8939                  323.7623                  338.1896             8363 
      394.0621                  493.4623                  563.6174             8364 
      607.2767                  795.5039                  831.6187             8365 
      933.5204                  977.2514                 1009.9132             8366 
     1030.1231                 1074.5935                 1109.3652             8367 
     1180.0895                 1216.7749                 1236.2106             8368 
     1283.9118                 1295.7526                 1302.1399             8369 
     1391.7808                 1407.0620                 1424.9217             8370 
     1441.9287                 1471.4976                 1479.7302             8371 
     1505.3723                 1508.0329                 1781.5179             8372 
     3035.6387                 3047.6372                 3061.6866             8373 
     3090.1179                 3098.7149                 3125.4747             8374 
     3142.3662                 3234.4097                 3881.7042             8375 
Zero-point correction (Hartree): 0.139416 8376 
 8377 
HOCHCCH3CH2CH2OO.Ecptt 8378 
~~~~~~~~~~~~~~~~~~~~~~ 8379 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45008565  8380 
Electronic state : 2-A 8381 
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Cartesian coordinates (Angs): 8382 
     C       0.949245      0.896312       0.173511 8383 
     C       1.049244     -0.416643       0.012924 8384 
     C      -0.135912     -1.337351       0.118120 8385 
     C      -1.445615     -0.719812       0.542801 8386 
     O      -1.925296      0.123323      -0.531726 8387 
     O      -2.955198      0.820810      -0.165589 8388 
     O       2.041054      1.717938       0.093176 8389 
     H       0.007111      1.392579       0.368978 8390 
     C       2.355536     -1.083852      -0.297378 8391 
     H      -0.284575     -1.849886      -0.838045 8392 
     H       0.095114     -2.126970       0.840052 8393 
     H      -2.210711     -1.475964       0.713060 8394 
     H      -1.351997     -0.094804       1.430111 8395 
     H       1.762803      2.632521       0.154340 8396 
     H       2.621025     -1.794855       0.488654 8397 
     H       3.160225     -0.360887      -0.395257 8398 
     H       2.281535     -1.650231      -1.228646 8399 
Rotational constants (GHz):    3.3040500    1.1760800    0.9184100 8400 
Vibrational harmonic frequencies (cm-1): 8401 
       39.1216                   64.6219                  128.1937             8402 
      134.5810                  219.8758                  237.7368             8403 
      275.3857                  299.8364                  306.6485             8404 
      395.6929                  461.5607                  564.4930             8405 
      611.0092                  806.0451                  825.4997             8406 
      902.5628                  978.5088                 1008.2744             8407 
     1030.0588                 1075.5645                 1111.3507             8408 
     1188.2078                 1201.5821                 1235.4196             8409 
     1286.3389                 1298.9974                 1305.7658             8410 
     1387.2775                 1395.9645                 1413.2556             8411 
     1443.2880                 1469.1613                 1493.2110             8412 
     1494.0080                 1506.8397                 1800.8022             8413 
     3038.4796                 3048.6987                 3064.8658             8414 
     3089.6645                 3094.9998                 3142.0858             8415 
     3168.8376                 3203.8529                 3920.8200             8416 
Zero-point correction (Hartree): 0.139353 8417 
 8418 
HOCHCCH3CH2CH2OO.Ectpc 8419 
~~~~~~~~~~~~~~~~~~~~~~ 8420 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45041178  8421 
Electronic state : 2-A 8422 
Cartesian coordinates (Angs): 8423 
     C       1.572068     -0.848306      -0.035840 8424 
     C       1.048365      0.370431       0.058022 8425 
     C      -0.430853      0.592940       0.216823 8426 
     C      -1.275230     -0.662205       0.231476 8427 
     O      -2.664912     -0.314663       0.411511 8428 
     O      -3.163533      0.215424      -0.662995 8429 
     O       2.883973     -1.174345      -0.191749 8430 
     H       0.970192     -1.745366       0.005025 8431 
     C       1.858942      1.633757       0.008171 8432 
     H      -0.617029      1.146169       1.142711 8433 
     H      -0.792868      1.228042      -0.596810 8434 
     H      -1.198296     -1.223420      -0.698772 8435 
     H      -1.047709     -1.305710       1.079830 8436 
     H       3.418857     -0.378750      -0.252772 8437 
     H       2.936081      1.471320      -0.013281 8438 
     H       1.647700      2.253607       0.881680 8439 
     H       1.599093      2.223085      -0.873668 8440 
Rotational constants (GHz):    4.4348700    0.9033900    0.7892900 8441 
Vibrational harmonic frequencies (cm-1): 8442 
       53.6282                   69.9208                   88.4423             8443 
      135.7319                  170.3219                  257.5520             8444 
      290.1776                  336.9574                  353.7257             8445 
      404.0617                  491.8700                  547.3106             8446 
      647.4542                  792.2281                  844.8403             8447 
      918.2831                  977.5671                 1004.5079             8448 
     1035.6693                 1091.3277                 1117.8562             8449 
     1178.3510                 1218.5345                 1240.8101             8450 
     1279.3550                 1293.0455                 1329.7371             8451 
     1349.0943                 1410.2839                 1426.3496             8452 
     1442.5403                 1479.1171                 1490.3443             8453 
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     1503.1670                 1506.4381                 1778.2516             8454 
     3040.4836                 3052.2854                 3075.5687             8455 
     3093.2477                 3105.0726                 3127.5160             8456 
     3154.5866                 3227.0072                 3881.4336             8457 
Zero-point correction (Hartree): 0.139679 8458 
 8459 
HOCHCCH3CH2CH2OO.Ectpt 8460 
~~~~~~~~~~~~~~~~~~~~~~ 8461 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45000645  8462 
Electronic state : 2-A 8463 
Cartesian coordinates (Angs): 8464 
     C       1.577852     -0.819250      -0.040591 8465 
     C       1.039649      0.390526       0.048849 8466 
     C      -0.439288      0.606583       0.202344 8467 
     C      -1.275694     -0.652926       0.243520 8468 
     O      -2.668115     -0.314816       0.420538 8469 
     O      -3.177044      0.179949      -0.665932 8470 
     O       2.928480     -1.001619      -0.177833 8471 
     H       0.988561     -1.727576      -0.009288 8472 
     C       1.873460      1.636055       0.003073 8473 
     H      -0.626141      1.177823       1.116948 8474 
     H      -0.803352      1.224427      -0.623312 8475 
     H      -1.197913     -1.231149      -0.676395 8476 
     H      -1.040261     -1.278141       1.103607 8477 
     H       3.126312     -1.936141      -0.247113 8478 
     H       2.928756      1.407436      -0.114273 8479 
     H       1.742175      2.216290       0.919033 8480 
     H       1.559429      2.272992      -0.826568 8481 
Rotational constants (GHz):    4.5430900    0.8957900    0.7869900 8482 
Vibrational harmonic frequencies (cm-1): 8483 
       66.1054                   81.8442                  118.2333             8484 
      133.7300                  168.4497                  211.6414             8485 
      270.5425                  300.3762                  340.0182             8486 
      401.4638                  463.2389                  548.0668             8487 
      655.0680                  787.2887                  856.5622             8488 
      882.6100                  976.6554                 1004.0975             8489 
     1038.8936                 1090.5760                 1119.9076             8490 
     1183.3872                 1200.1907                 1240.4372             8491 
     1284.8237                 1297.3005                 1328.9850             8492 
     1344.8630                 1391.9456                 1417.1383             8493 
     1441.1149                 1486.2883                 1493.8206             8494 
     1495.3588                 1502.2354                 1796.0394             8495 
     3042.9124                 3052.9699                 3078.1945             8496 
     3090.6331                 3100.8132                 3151.6730             8497 
     3170.4785                 3193.7375                 3923.0461             8498 
Zero-point correction (Hartree): 0.139478 8499 
 8500 
HOCHCCH3CH2CH2OO.Ecttc 8501 
~~~~~~~~~~~~~~~~~~~~~~ 8502 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44977810  8503 
Electronic state : 2-A 8504 
Cartesian coordinates (Angs): 8505 
     C       1.488099     -0.916064      -0.005446 8506 
     C       1.157250      0.372000      -0.004153 8507 
     C      -0.277382      0.825472      -0.006417 8508 
     C      -1.301472     -0.284018       0.000130 8509 
     O      -2.599710      0.348790       0.000616 8510 
     O      -3.555657     -0.527145       0.004487 8511 
     O       2.740169     -1.447403       0.002084 8512 
     H       0.750225     -1.706120      -0.013362 8513 
     C       2.156681      1.492604       0.004339 8514 
     H      -0.453841      1.465276       0.863764 8515 
     H      -0.454740      1.456607      -0.882589 8516 
     H      -1.248142     -0.912948      -0.888009 8517 
     H      -1.243594     -0.906166       0.892763 8518 
     H       3.398381     -0.748000       0.022418 8519 
     H       3.194147      1.164942      -0.051675 8520 
     H       2.053967      2.092384       0.911142 8521 
     H       1.986132      2.160124      -0.842661 8522 
Rotational constants (GHz):    4.5196000    0.8584100    0.7311900 8523 
Vibrational harmonic frequencies (cm-1): 8524 
       39.9873                   66.4798                  104.0525             8525 
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      118.0175                  126.4742                  258.2234             8526 
      277.4712                  336.0857                  345.7019             8527 
      356.7540                  491.5233                  552.7374             8528 
      628.5252                  781.4722                  838.9029             8529 
      916.1860                 1004.7024                 1027.4762             8530 
     1032.3684                 1102.6472                 1113.7519             8531 
     1180.2951                 1219.2221                 1231.7335             8532 
     1285.5998                 1297.2377                 1310.4639             8533 
     1346.4920                 1411.7788                 1429.2141             8534 
     1447.0180                 1479.5478                 1495.7512             8535 
     1506.2214                 1512.9631                 1778.6707             8536 
     3041.0038                 3052.2032                 3069.5630             8537 
     3084.7357                 3103.9782                 3128.5020             8538 
     3142.6828                 3227.4756                 3881.6338             8539 
Zero-point correction (Hartree): 0.139386 8540 
 8541 
HOCHCCH3CH2CH2OO.Ecttt 8542 
~~~~~~~~~~~~~~~~~~~~~~ 8543 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44960190  8544 
Electronic state : 2-A 8545 
Cartesian coordinates (Angs): 8546 
     C       1.497402     -0.887783       0.000047 8547 
     C       1.149149      0.392873      -0.000195 8548 
     C      -0.286555      0.836909      -0.000243 8549 
     C      -1.302947     -0.279254       0.000509 8550 
     O      -2.608087      0.338922       0.000809 8551 
     O      -3.554154     -0.547667      -0.000566 8552 
     O       2.808980     -1.279956       0.000127 8553 
     H       0.772529     -1.692773       0.000239 8554 
     C       2.167038      1.493856      -0.000459 8555 
     H      -0.464979      1.472336       0.872425 8556 
     H      -0.465223      1.471424      -0.873521 8557 
     H      -1.242267     -0.904675      -0.889847 8558 
     H      -1.241502     -0.903978       0.891323 8559 
     H       2.863827     -2.236095       0.000007 8560 
     H       3.180058      1.102198      -0.000860 8561 
     H       2.039886      2.130695       0.877666 8562 
     H       2.039237      2.130865      -0.878364 8563 
Rotational constants (GHz):    4.6297500    0.8525500    0.7297200 8564 
Vibrational harmonic frequencies (cm-1): 8565 
       61.1190                   98.7035                  106.0269             8566 
      120.7515                  124.9046                  216.6812             8567 
      263.0903                  301.9858                  333.7557             8568 
      352.6867                  461.9462                  551.4865             8569 
      637.3932                  777.7230                  851.1881             8570 
      881.7542                 1005.5986                 1027.6191             8571 
     1032.6477                 1105.6258                 1112.9235             8572 
     1188.1821                 1201.6842                 1231.4127             8573 
     1295.4491                 1297.7054                 1308.7258             8574 
     1343.6335                 1393.4035                 1420.2363             8575 
     1446.5771                 1489.3928                 1494.3233             8576 
     1498.0086                 1512.2925                 1796.4653             8577 
     3043.6363                 3052.7079                 3072.4169             8578 
     3082.2130                 3100.2050                 3139.7630             8579 
     3170.4924                 3194.7409                 3923.5816             8580 
Zero-point correction (Hartree): 0.139248 8581 
 8582 
HOCHCCH3CH2CH2OO.Egmpc 8583 
~~~~~~~~~~~~~~~~~~~~~~ 8584 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45079312  8585 
Electronic state : 2-A 8586 
Cartesian coordinates (Angs): 8587 
     C      -1.828722      0.593462      -0.318153 8588 
     C      -0.749123      0.228923       0.366273 8589 
     C       0.356813      1.221157       0.592489 8590 
     C       1.588782      1.000573      -0.274274 8591 
     O       2.226603     -0.254941       0.045546 8592 
     O       1.867639     -1.208950      -0.758884 8593 
     O      -2.888998     -0.203964      -0.611804 8594 
     H      -1.967069      1.592998      -0.708991 8595 
     C      -0.625813     -1.165153       0.928019 8596 
     H       0.001192      2.230566       0.374814 8597 
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     H       0.665992      1.211051       1.640907 8598 
     H       1.340216      0.972306      -1.333044 8599 
     H       2.348091      1.756234      -0.075769 8600 
     H      -2.717138     -1.099473      -0.304838 8601 
     H      -0.474526     -1.911017       0.144251 8602 
     H      -1.516950     -1.442277       1.497998 8603 
     H       0.226614     -1.241311       1.599681 8604 
Rotational constants (GHz):    3.5834100    1.2111900    1.0713800 8605 
Vibrational harmonic frequencies (cm-1): 8606 
       39.9458                   73.1485                  128.2640             8607 
      167.4782                  175.8704                  263.8396             8608 
      308.0215                  339.6564                  396.1107             8609 
      471.1996                  520.2774                  540.9332             8610 
      609.5298                  795.0616                  861.5924             8611 
      923.9655                  937.1037                 1016.3156             8612 
     1031.4899                 1050.5768                 1093.6730             8613 
     1179.3530                 1227.8926                 1241.8213             8614 
     1251.0525                 1320.3644                 1328.3232             8615 
     1378.4174                 1391.6522                 1405.0569             8616 
     1421.3944                 1470.4582                 1481.4939             8617 
     1496.5170                 1502.0666                 1765.0900             8618 
     3040.3305                 3053.9698                 3088.4239             8619 
     3093.0150                 3102.2243                 3146.0031             8620 
     3158.5547                 3212.6987                 3861.4501             8621 
Zero-point correction (Hartree): 0.139792 8622 
 8623 
HOCHCCH3CH2CH2OO.Elmmc 8624 
~~~~~~~~~~~~~~~~~~~~~~ 8625 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45242156  8626 
Electronic state : 2-A 8627 
Cartesian coordinates (Angs): 8628 
     C       2.013050     -0.583300       0.048600 8629 
     C       0.822405     -0.037761       0.280218 8630 
     C      -0.330897     -0.920787       0.665404 8631 
     C      -1.401168     -1.046745      -0.407538 8632 
     O      -2.022990      0.228051      -0.691483 8633 
     O      -2.717012      0.653555       0.318701 8634 
     O       3.144830      0.064818      -0.333535 8635 
     H       2.192013     -1.644901       0.158839 8636 
     C       0.576416      1.443144       0.170143 8637 
     H       0.025312     -1.930256       0.878572 8638 
     H      -0.813437     -0.547858       1.572093 8639 
     H      -0.979016     -1.352464      -1.363281 8640 
     H      -2.195381     -1.728309      -0.105657 8641 
     H       2.954627      0.995628      -0.481461 8642 
     H       0.217636      1.728786      -0.820826 8643 
     H       1.471402      2.028463       0.390908 8644 
     H      -0.190622      1.752218       0.880397 8645 
Rotational constants (GHz):    4.6129000    1.0605600    0.9487100 8646 
Vibrational harmonic frequencies (cm-1): 8647 
       38.6505                   77.3705                  130.5209             8648 
      169.8811                  176.6163                  264.7294             8649 
      311.8036                  328.6012                  402.1490             8650 
      459.2398                  517.9373                  551.3201             8651 
      617.6214                  797.0893                  847.4594             8652 
      928.4938                  943.3898                  996.1643             8653 
     1036.3604                 1052.8646                 1106.3434             8654 
     1176.3255                 1219.7146                 1234.3742             8655 
     1269.0028                 1305.5852                 1318.0439             8656 
     1378.3035                 1395.9793                 1409.7986             8657 
     1426.5379                 1469.6655                 1485.0410             8658 
     1489.3419                 1505.1048                 1769.2464             8659 
     3047.6348                 3061.1003                 3088.9961             8660 
     3104.5789                 3110.0293                 3124.2378             8661 
     3153.5715                 3211.4230                 3868.8059             8662 
Zero-point correction (Hartree): 0.139827 8663 
 8664 
HOCHCCH3CH2CH2OO.Elmmt 8665 
~~~~~~~~~~~~~~~~~~~~~~ 8666 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45107126  8667 
Electronic state : 2-A 8668 
Cartesian coordinates (Angs): 8669 
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     C      -2.045545     -0.556310      -0.080610 8670 
     C      -0.840502     -0.020493      -0.231501 8671 
     C       0.320886     -0.905756      -0.581414 8672 
     C       1.398805     -0.977272       0.489546 8673 
     O       2.113025      0.274231       0.616461 8674 
     O       2.827360      0.521781      -0.437538 8675 
     O      -3.140708      0.192148       0.252576 8676 
     H      -2.218904     -1.618909      -0.211558 8677 
     C      -0.596830      1.451270      -0.071279 8678 
     H      -0.024704     -1.925997      -0.758613 8679 
     H       0.802291     -0.563348      -1.501394 8680 
     H       0.977864     -1.144065       1.479792 8681 
     H       2.140528     -1.740460       0.258152 8682 
     H      -3.929223     -0.350927       0.223254 8683 
     H      -0.062021      1.665449       0.855983 8684 
     H      -1.533593      2.002421      -0.061156 8685 
     H       0.029452      1.821923      -0.884911 8686 
Rotational constants (GHz):    4.9357000    1.0140300    0.9163200 8687 
Vibrational harmonic frequencies (cm-1): 8688 
       36.7960                   71.9341                  147.3537             8689 
      166.4145                  200.7384                  220.6476             8690 
      267.5188                  297.9678                  374.2763             8691 
      433.4844                  506.7578                  553.2612             8692 
      611.9254                  806.4659                  851.1981             8693 
      888.6263                  946.0686                  989.6621             8694 
     1041.5967                 1058.7229                 1110.1534             8695 
     1180.1000                 1210.4322                 1229.0814             8696 
     1272.1106                 1305.5993                 1308.5329             8697 
     1380.5998                 1394.8994                 1397.4725             8698 
     1430.8916                 1468.7159                 1487.8996             8699 
     1493.0969                 1493.7255                 1791.2177             8700 
     3056.7129                 3057.7261                 3087.8331             8701 
     3106.6378                 3107.8842                 3152.1624             8702 
     3161.8569                 3175.6031                 3920.5807             8703 
Zero-point correction (Hartree): 0.139544 8704 
 8705 
HOCHCCH3CH2CH2OO.Elmtc 8706 
~~~~~~~~~~~~~~~~~~~~~~ 8707 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45103902  8708 
Electronic state : 2-A 8709 
Cartesian coordinates (Angs): 8710 
     C       2.057130     -0.569428      -0.201725 8711 
     C       0.932723     -0.082448       0.315439 8712 
     C      -0.172671     -1.032065       0.687609 8713 
     C      -1.412079     -0.918236      -0.180575 8714 
     O      -2.063491      0.337284       0.123070 8715 
     O      -3.099629      0.531724      -0.632015 8716 
     O       3.138556      0.138524      -0.620488 8717 
     H       2.215710     -1.631877      -0.333222 8718 
     C       0.710421      1.388304       0.540609 8719 
     H       0.181427     -2.060750       0.604398 8720 
     H      -0.471987     -0.880858       1.728956 8721 
     H      -1.171835     -0.910268      -1.243110 8722 
     H      -2.133812     -1.706963       0.029789 8723 
     H       2.960188      1.080858      -0.554230 8724 
     H       0.152950      1.849424      -0.276981 8725 
     H       1.646002      1.936518       0.665775 8726 
     H       0.124727      1.546901       1.445953 8727 
Rotational constants (GHz):    4.5600900    0.9613500    0.8826200 8728 
Vibrational harmonic frequencies (cm-1): 8729 
       33.2861                   60.1466                   98.9528             8730 
      149.4043                  179.0129                  256.2755             8731 
      302.3820                  334.3240                  390.1704             8732 
      410.9641                  501.4042                  575.1685             8733 
      600.9007                  797.4821                  840.6084             8734 
      925.9919                  961.2699                 1025.1453             8735 
     1044.0113                 1059.1274                 1093.6388             8736 
     1180.0190                 1218.9880                 1237.1159             8737 
     1276.0249                 1295.5166                 1318.5902             8738 
     1380.5161                 1398.0782                 1412.0442             8739 
     1428.2151                 1467.6952                 1485.1955             8740 
     1498.0731                 1503.1657                 1769.5168             8741 
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     3049.7919                 3050.6693                 3082.3847             8742 
     3107.0257                 3108.5436                 3125.5393             8743 
     3142.4746                 3209.4681                 3871.6575             8744 
Zero-point correction (Hartree): 0.139551 8745 
 8746 
HOCHCCH3CH2CH2OO.Elmtt 8747 
~~~~~~~~~~~~~~~~~~~~~~ 8748 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44993064  8749 
Electronic state : 2-A 8750 
Cartesian coordinates (Angs): 8751 
     C      -2.102942      0.538206      -0.143436 8752 
     C      -0.937721      0.060986       0.276054 8753 
     C       0.166425      1.019365       0.624421 8754 
     C       1.406567      0.886346      -0.241243 8755 
     O       2.135432     -0.287980       0.187571 8756 
     O       3.181418     -0.493893      -0.550088 8757 
     O      -3.144905     -0.277302      -0.488645 8758 
     H      -2.283931      1.603643      -0.234672 8759 
     C      -0.681508     -1.410118       0.417318 8760 
     H      -0.189171      2.046483       0.528509 8761 
     H       0.472598      0.885162       1.666565 8762 
     H       1.166525      0.752649      -1.295559 8763 
     H       2.081468      1.733116      -0.121316 8764 
     H      -3.916446      0.249339      -0.700408 8765 
     H       0.027256     -1.761330      -0.335032 8766 
     H      -1.602277     -1.977775       0.312444 8767 
     H      -0.236502     -1.626603       1.390083 8768 
Rotational constants (GHz):    4.9541800    0.9345000    0.8533500 8769 
Vibrational harmonic frequencies (cm-1): 8770 
       38.2223                   60.7487                  118.7998             8771 
      167.5998                  208.7623                  239.9630             8772 
      253.9018                  295.9806                  369.6034             8773 
      380.9865                  471.5233                  579.6108             8774 
      597.9815                  807.2849                  841.7321             8775 
      891.1782                  958.9019                 1021.9535             8776 
     1049.8199                 1064.5119                 1098.2331             8777 
     1185.8944                 1209.9780                 1231.6886             8778 
     1279.2776                 1296.1262                 1305.4640             8779 
     1382.0083                 1397.4037                 1398.7941             8780 
     1432.0567                 1465.6511                 1490.4287             8781 
     1496.2937                 1500.0287                 1794.8727             8782 
     3047.2310                 3058.8339                 3081.9629             8783 
     3106.0061                 3109.1757                 3141.2796             8784 
     3163.4507                 3177.9344                 3921.3390             8785 
Zero-point correction (Hartree): 0.139402 8786 
 8787 
HOCHCCH3CH2CH2OO.Elpmc 8788 
~~~~~~~~~~~~~~~~~~~~~~ 8789 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84408640  8790 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77348661  8791 
     T1 diagnostic:  0.020724  8792 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72102249  8793 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76040125  8794 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72446597  8795 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76254263  8796 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18070042  8797 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17544253  8798 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45265451  8799 
Electronic state : 2-A 8800 
Cartesian coordinates (Angs): 8801 
     C      -1.517607     -0.283437      -0.753321 8802 
     C      -0.688102      0.550324      -0.133217 8803 
     C       0.538745      1.038517      -0.843823 8804 
     C       1.838957      0.611526      -0.173038 8805 
     O       1.985009     -0.818500      -0.218460 8806 
     O       1.354129     -1.396059       0.761167 8807 
     O      -2.645530     -0.839962      -0.241593 8808 
     H      -1.353689     -0.601333      -1.774347 8809 
     C      -0.894450      1.005527       1.283658 8810 
     H       0.547096      0.688579      -1.876849 8811 
     H       0.549588      2.133239      -0.871075 8812 
     H       2.704278      0.996970      -0.709256 8813 
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     H       1.882456      0.910749       0.873250 8814 
     H      -2.716026     -0.636878       0.695306 8815 
     H      -0.360153      0.364472       1.988530 8816 
     H      -1.947769      1.023448       1.568417 8817 
     H      -0.519904      2.022190       1.415556 8818 
Rotational constants (GHz):    3.0806800    1.3277200    1.2131600 8819 
Vibrational harmonic frequencies (cm-1): 8820 
       63.9862                  104.7020                  108.6729             8821 
      122.1413                  201.4260                  273.4201             8822 
      300.7804                  361.7789                  395.4514             8823 
      458.0915                  513.3197                  555.9277             8824 
      598.5636                  800.0066                  863.5417             8825 
      918.9867                  962.5085                 1003.3209             8826 
     1035.1931                 1053.7956                 1078.6200             8827 
     1184.2846                 1224.9307                 1237.2872             8828 
     1246.1949                 1314.7995                 1323.2196             8829 
     1372.5476                 1393.5532                 1406.8474             8830 
     1425.4227                 1469.2816                 1484.0931             8831 
     1495.6961                 1505.2614                 1772.5644             8832 
     3040.6819                 3046.7273                 3093.4939             8833 
     3107.1019                 3108.7996                 3113.8965             8834 
     3154.7250                 3216.3431                 3873.0163             8835 
Zero-point correction (Hartree): 0.139845 8836 
 8837 
HOCHCCH3CH2CH2OO.Elpmt 8838 
~~~~~~~~~~~~~~~~~~~~~~ 8839 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45177275  8840 
Electronic state : 2-A 8841 
Cartesian coordinates (Angs): 8842 
     C      -1.510210     -0.336826      -0.690902 8843 
     C      -0.683259      0.546226      -0.145920 8844 
     C       0.539959      0.977063      -0.898706 8845 
     C       1.847651      0.597746      -0.214740 8846 
     O       2.000095     -0.831905      -0.179810 8847 
     O       1.380285     -1.354796       0.837605 8848 
     O      -2.640887     -0.764850      -0.055396 8849 
     H      -1.323918     -0.761340      -1.671016 8850 
     C      -0.911633      1.122466       1.218494 8851 
     H       0.541037      0.556366      -1.905497 8852 
     H       0.548957      2.066978      -1.003651 8853 
     H       2.705532      0.954743      -0.781869 8854 
     H       1.899584      0.958318       0.811076 8855 
     H      -3.092511     -1.415167      -0.594411 8856 
     H      -0.205936      0.698501       1.936264 8857 
     H      -1.917224      0.908862       1.570994 8858 
     H      -0.766517      2.205095       1.209553 8859 
Rotational constants (GHz):    3.1009500    1.3187700    1.1980700 8860 
Vibrational harmonic frequencies (cm-1): 8861 
       57.1189                   93.4475                  104.6185             8862 
      131.9094                  219.1160                  232.0021             8863 
      276.1121                  311.2246                  387.5974             8864 
      438.8327                  494.0006                  557.1893             8865 
      600.1569                  807.2122                  858.7543             8866 
      894.0112                  961.8466                  999.8902             8867 
     1036.6439                 1062.5751                 1080.2574             8868 
     1193.8357                 1210.0610                 1235.1229             8869 
     1248.8211                 1303.8493                 1319.1174             8870 
     1375.2739                 1390.0143                 1398.2793             8871 
     1430.4524                 1469.6591                 1486.2454             8872 
     1489.9780                 1504.9210                 1796.2725             8873 
     3041.9251                 3050.8094                 3095.6879             8874 
     3102.2293                 3104.9275                 3157.8622             8875 
     3162.0273                 3180.0152                 3922.6773             8876 
Zero-point correction (Hartree): 0.139594 8877 
 8878 
HOCHCCH3CH2CH2OO.Elppc 8879 
~~~~~~~~~~~~~~~~~~~~~~ 8880 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45195093  8881 
Electronic state : 2-A 8882 
Cartesian coordinates (Angs): 8883 
     C       1.459781     -0.776614       0.420568 8884 
     C       0.809440      0.376741       0.306445 8885 
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     C      -0.482178      0.573410       1.045944 8886 
     C      -1.666117      0.819506       0.124995 8887 
     O      -1.850534     -0.277332      -0.795413 8888 
     O      -2.187652     -1.364440      -0.172854 8889 
     O       2.617064     -1.127776      -0.198308 8890 
     H       1.098108     -1.575173       1.054509 8891 
     C       1.280687      1.502085      -0.571500 8892 
     H      -0.703645     -0.293698       1.667310 8893 
     H      -0.414759      1.443134       1.707674 8894 
     H      -2.593160      0.935477       0.684486 8895 
     H      -1.513927      1.681988      -0.522449 8896 
     H       2.881434     -0.442781      -0.818407 8897 
     H       0.815043      1.470810      -1.560068 8898 
     H       2.362349      1.500720      -0.714819 8899 
     H       1.027859      2.465136      -0.124337 8900 
Rotational constants (GHz):    3.1403500    1.2648500    1.0636500 8901 
Vibrational harmonic frequencies (cm-1): 8902 
       36.8765                   52.5879                  118.8400             8903 
      127.2007                  205.7481                  263.7766             8904 
      302.9698                  348.2542                  391.2698             8905 
      454.1732                  509.8571                  554.3828             8906 
      615.8995                  799.6879                  843.0226             8907 
      929.9481                  956.6517                  993.0827             8908 
     1035.7560                 1052.2483                 1089.8522             8909 
     1182.5724                 1223.8758                 1230.1082             8910 
     1265.2094                 1299.6920                 1317.9795             8911 
     1377.4525                 1396.8678                 1410.5049             8912 
     1426.5641                 1472.3962                 1486.1949             8913 
     1496.9209                 1505.0832                 1778.0527             8914 
     3041.6380                 3043.2119                 3093.3491             8915 
     3098.9139                 3114.6308                 3121.5831             8916 
     3151.6504                 3215.2843                 3874.0553             8917 
Zero-point correction (Hartree): 0.139665 8918 
 8919 
HOCHCCH3CH2CH2OO.Elppt 8920 
~~~~~~~~~~~~~~~~~~~~~~ 8921 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84385432  8922 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77372382  8923 
     T1 diagnostic:  0.020573  8924 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72095663  8925 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76066693  8926 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72411407  8927 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76253098  8928 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18205719  8929 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17690718  8930 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45188619  8931 
Electronic state : 2-A 8932 
Cartesian coordinates (Angs): 8933 
     C       1.428909     -0.761649       0.387917 8934 
     C       0.808286      0.406145       0.287379 8935 
     C      -0.489208      0.617197       1.011743 8936 
     C      -1.672006      0.827860       0.080720 8937 
     O      -1.862434     -0.311367      -0.786966 8938 
     O      -2.193385     -1.369017      -0.113317 8939 
     O       2.607110     -1.019542      -0.254484 8940 
     H       1.022622     -1.570406       0.984909 8941 
     C       1.341535      1.528230      -0.552156 8942 
     H      -0.712932     -0.230656       1.658873 8943 
     H      -0.426996      1.506181       1.647335 8944 
     H      -2.598217      0.971458       0.635324 8945 
     H      -1.517559      1.658184      -0.605961 8946 
     H       2.895243     -1.912333      -0.060989 8947 
     H       0.735260      1.673752      -1.449666 8948 
     H       2.361263      1.329288      -0.871014 8949 
     H       1.325889      2.467235       0.005707 8950 
Rotational constants (GHz):    3.1486200    1.2674200    1.0540300 8951 
Vibrational harmonic frequencies (cm-1): 8952 
       26.7941                   45.7261                  108.2875             8953 
      130.5170                  215.3615                  233.3374             8954 
      275.5859                  299.0623                  385.1109             8955 
      433.3619                  493.0776                  557.0090             8956 
      615.4538                  807.4477                  840.0362             8957 
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      902.1129                  957.7869                  984.3953             8958 
     1035.1859                 1063.0966                 1089.2179             8959 
     1192.4548                 1208.3106                 1233.7179             8960 
     1266.7916                 1301.9615                 1305.5584             8961 
     1381.0377                 1389.3788                 1401.8280             8962 
     1430.7164                 1471.4674                 1487.7331             8963 
     1490.5883                 1502.7339                 1800.3064             8964 
     3046.1368                 3048.2779                 3093.5697             8965 
     3097.0945                 3117.7039                 3155.1559             8966 
     3161.9043                 3180.8921                 3921.9245             8967 
Zero-point correction (Hartree): 0.139390 8968 
 8969 
HOCHCCH3CH2CH2OO.Elptc 8970 
~~~~~~~~~~~~~~~~~~~~~~ 8971 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45093535  8972 
Electronic state : 2-A 8973 
Cartesian coordinates (Angs): 8974 
     C      -1.721411     -0.587870      -0.547802 8975 
     C      -0.916644      0.407847      -0.192202 8976 
     C       0.248419      0.773116      -1.068863 8977 
     C       1.585035      0.661313      -0.362510 8978 
     O       1.784646     -0.724568      -0.010541 8979 
     O       2.857524     -0.884493       0.700195 8980 
     O      -2.797669     -1.055815       0.136247 8981 
     H      -1.576378     -1.138501      -1.467638 8982 
     C      -1.090617      1.192064       1.078120 8983 
     H       0.263101      0.147565      -1.962174 8984 
     H       0.157778      1.811407      -1.403676 8985 
     H       2.415615      0.956359      -1.002489 8986 
     H       1.620835      1.237491       0.561719 8987 
     H      -2.868588     -0.611774       0.985637 8988 
     H      -0.462934      0.806120       1.885350 8989 
     H      -2.122091      1.195651       1.433353 8990 
     H      -0.812046      2.235865       0.922256 8991 
Rotational constants (GHz):    3.4451300    1.0522800    0.9883000 8992 
Vibrational harmonic frequencies (cm-1): 8993 
       41.6818                   55.6782                   95.2414             8994 
      122.1272                  225.6290                  255.4193             8995 
      298.1443                  341.1793                  386.6297             8996 
      405.9443                  500.7129                  568.1586             8997 
      599.1119                  800.1281                  838.2699             8998 
      929.8089                  959.6360                 1024.2254             8999 
     1049.3828                 1067.1277                 1077.5407             9000 
     1181.2537                 1223.4907                 1231.4619             9001 
     1276.1074                 1297.0730                 1318.4225             9002 
     1380.2345                 1394.1162                 1412.8135             9003 
     1428.6500                 1470.7367                 1488.4428             9004 
     1503.7162                 1508.9518                 1777.2567             9005 
     3043.4882                 3044.8136                 3085.8243             9006 
     3100.1926                 3108.8349                 3116.2341             9007 
     3140.7489                 3215.3730                 3874.7341             9008 
Zero-point correction (Hartree): 0.139571 9009 
 9010 
HOCHCCH3CH2CH2OO.Elptt 9011 
~~~~~~~~~~~~~~~~~~~~~~ 9012 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45062207  9013 
Electronic state : 2-A 9014 
Cartesian coordinates (Angs): 9015 
     C       1.687998     -0.618795       0.492881 9016 
     C       0.915542      0.416456       0.192925 9017 
     C      -0.259700      0.749108       1.067999 9018 
     C      -1.591353      0.659142       0.349459 9019 
     O      -1.802077     -0.723348      -0.011109 9020 
     O      -2.887151     -0.874508      -0.704725 9021 
     O       2.769767     -0.965716      -0.266504 9022 
     H       1.492458     -1.242616       1.357736 9023 
     C       1.163201      1.278087      -1.009050 9024 
     H      -0.285528      0.095656       1.941473 9025 
     H      -0.170140      1.775429       1.437329 9026 
     H      -2.423692      0.956840       0.985921 9027 
     H      -1.613993      1.241844      -0.570464 9028 
     H       3.198522     -1.736052       0.107991 9029 
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     H       2.139415      1.075352      -1.441349 9030 
     H       1.111298      2.335820      -0.741319 9031 
     H       0.413215      1.102318      -1.783897 9032 
Rotational constants (GHz):    3.4577100    1.0502500    0.9739700 9033 
Vibrational harmonic frequencies (cm-1): 9034 
       27.8590                   56.3095                   95.1152             9035 
      130.4504                  229.9982                  233.0775             9036 
      279.8611                  281.8680                  379.0604             9037 
      390.0224                  473.3075                  569.5506             9038 
      599.1604                  808.7278                  835.2397             9039 
      901.7905                  959.8911                 1022.4905             9040 
     1052.1236                 1073.0370                 1076.6099             9041 
     1189.3981                 1207.2794                 1234.9150             9042 
     1275.3578                 1297.3689                 1306.2990             9043 
     1383.6717                 1387.5146                 1402.9185             9044 
     1432.2372                 1469.4858                 1490.7696             9045 
     1493.0623                 1509.5911                 1800.9719             9046 
     3046.6909                 3049.0555                 3088.0839             9047 
     3097.1853                 3103.7458                 3144.0555             9048 
     3161.8549                 3181.6663                 3920.9978             9049 
Zero-point correction (Hartree): 0.139309 9050 
 9051 
HOCHCCH3CH2CH2OO.Eltmc 9052 
~~~~~~~~~~~~~~~~~~~~~~ 9053 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45164869  9054 
Electronic state : 2-A 9055 
Cartesian coordinates (Angs): 9056 
     C       1.811935     -0.907621       0.071422 9057 
     C       1.027333      0.151265       0.247118 9058 
     C      -0.414545     -0.040563       0.622740 9059 
     C      -1.339242      0.420047      -0.492300 9060 
     O      -2.719465      0.331750      -0.081247 9061 
     O      -3.113306     -0.903396      -0.014655 9062 
     O       3.119974     -0.898855      -0.294994 9063 
     H       1.454965     -1.917711       0.221781 9064 
     C       1.516665      1.562881       0.063181 9065 
     H      -0.625008     -1.089135       0.831386 9066 
     H      -0.651596      0.533489       1.523087 9067 
     H      -1.198815      1.472892      -0.733562 9068 
     H      -1.219188     -0.188641      -1.387452 9069 
     H       3.407718      0.001017      -0.472667 9070 
     H       1.385050      1.918785      -0.961790 9071 
     H       2.571892      1.675366       0.319359 9072 
     H       0.964490      2.241889       0.714062 9073 
Rotational constants (GHz):    4.7964600    0.8767900    0.7807500 9074 
Vibrational harmonic frequencies (cm-1): 9075 
       53.7285                   71.7147                   89.4977             9076 
      116.3588                  155.1504                  271.1468             9077 
      307.8924                  327.9762                  383.8881             9078 
      406.1160                  510.9140                  539.2368             9079 
      656.5248                  795.4961                  837.0464             9080 
      933.8506                  968.3074                 1016.5065             9081 
     1043.4275                 1069.7756                 1081.4272             9082 
     1183.6477                 1220.7490                 1236.2731             9083 
     1280.1390                 1307.8771                 1322.0944             9084 
     1335.7953                 1400.0742                 1409.7012             9085 
     1425.2233                 1482.0790                 1491.9171             9086 
     1499.1111                 1505.3858                 1772.0821             9087 
     3043.5621                 3050.7344                 3091.7159             9088 
     3098.1917                 3117.5938                 3121.3765             9089 
     3154.5905                 3218.4321                 3871.8645             9090 
Zero-point correction (Hartree): 0.139597 9091 
 9092 
HOCHCCH3CH2CH2OO.Eltmt 9093 
~~~~~~~~~~~~~~~~~~~~~~ 9094 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45146190  9095 
Electronic state : 2-A 9096 
Cartesian coordinates (Angs): 9097 
     C       1.808449     -0.870946       0.073997 9098 
     C       1.022126      0.185896       0.234148 9099 
     C      -0.415721     -0.007658       0.623098 9100 
     C      -1.359154      0.443369      -0.480086 9101 
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     O      -2.733501      0.297045      -0.063681 9102 
     O      -3.085753     -0.951642      -0.027514 9103 
     O       3.119356     -0.754994      -0.294526 9104 
     H       1.443150     -1.880050       0.228246 9105 
     C       1.518328      1.587994       0.035525 9106 
     H      -0.622997     -1.056074       0.837927 9107 
     H      -0.642754      0.569183       1.524220 9108 
     H      -1.258428      1.504409      -0.700972 9109 
     H      -1.223508     -0.143918      -1.387232 9110 
     H       3.537838     -1.616751      -0.290378 9111 
     H       1.112418      2.031524      -0.876723 9112 
     H       2.602370      1.614041      -0.037457 9113 
     H       1.206935      2.222439       0.868047 9114 
Rotational constants (GHz):    4.7876600    0.8777500    0.7801800 9115 
Vibrational harmonic frequencies (cm-1): 9116 
       56.3337                   61.5398                  111.1569             9117 
      118.4974                  170.4625                  240.0409             9118 
      267.4307                  321.2406                  359.2031             9119 
      385.4776                  485.3416                  538.0905             9120 
      660.2330                  793.0924                  844.5286             9121 
      900.1542                  966.8000                 1014.9355             9122 
     1050.6590                 1070.5620                 1086.7521             9123 
     1194.8091                 1209.8170                 1236.0224             9124 
     1283.4324                 1293.5699                 1325.9942             9125 
     1339.2963                 1393.4718                 1406.7887             9126 
     1430.5021                 1480.0410                 1492.3605             9127 
     1497.0516                 1499.6333                 1795.6914             9128 
     3049.6415                 3051.3162                 3094.9246             9129 
     3099.0336                 3116.9742                 3159.8308             9130 
     3162.0614                 3183.4444                 3918.9380             9131 
Zero-point correction (Hartree): 0.139463 9132 
 9133 
HOCHCCH3CH2CH2OO.Eltpc 9134 
~~~~~~~~~~~~~~~~~~~~~~ 9135 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45201182  9136 
Electronic state : 2-A 9137 
Cartesian coordinates (Angs): 9138 
     C      -2.007490     -0.766543      -0.158771 9139 
     C      -1.003670      0.103506      -0.211088 9140 
     C       0.386922     -0.368660      -0.524399 9141 
     C       1.307083     -0.192810       0.672840 9142 
     O       2.663592     -0.544892       0.329885 9143 
     O       3.209099      0.359872      -0.424121 9144 
     O      -3.304263     -0.488022       0.135709 9145 
     H      -1.870260     -1.819530      -0.365650 9146 
     C      -1.199234      1.573372       0.052831 9147 
     H       0.380775     -1.418458      -0.818898 9148 
     H       0.807641      0.209533      -1.351093 9149 
     H       1.321144      0.836694       1.029090 9150 
     H       1.041753     -0.866617       1.485571 9151 
     H      -3.399346      0.442897       0.356862 9152 
     H      -1.153800      1.815574       1.117656 9153 
     H      -2.155303      1.937117      -0.329843 9154 
     H      -0.421692      2.153930      -0.443958 9155 
Rotational constants (GHz):    5.5881300    0.8426200    0.7822800 9156 
Vibrational harmonic frequencies (cm-1): 9157 
       53.0781                   68.9128                   92.6832             9158 
      134.5309                  153.8551                  269.6361             9159 
      308.6222                  336.0594                  387.3273             9160 
      408.3134                  514.1855                  543.1282             9161 
      658.1054                  792.9716                  836.2138             9162 
      926.7746                  973.8020                 1018.9343             9163 
     1043.2789                 1062.5763                 1082.5295             9164 
     1183.7005                 1225.6114                 1233.7287             9165 
     1283.3615                 1305.6221                 1327.7582             9166 
     1335.9956                 1398.4848                 1407.9966             9167 
     1424.1372                 1481.3396                 1492.3829             9168 
     1498.2498                 1507.0122                 1770.7074             9169 
     3041.9336                 3058.3081                 3092.2916             9170 
     3095.3268                 3114.2838                 3122.0515             9171 
     3156.0048                 3216.5067                 3868.2763             9172 
Zero-point correction (Hartree): 0.139667 9173 
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 9174 
HOCHCCH3CH2CH2OO.Eltpt 9175 
~~~~~~~~~~~~~~~~~~~~~~ 9176 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45145415  9177 
Electronic state : 2-A 9178 
Cartesian coordinates (Angs): 9179 
     C      -2.001604     -0.742327      -0.143488 9180 
     C      -1.003878      0.131352      -0.193096 9181 
     C       0.388943     -0.341258      -0.495733 9182 
     C       1.325429     -0.112698       0.679639 9183 
     O       2.660431     -0.553504       0.354349 9184 
     O       3.240376      0.263637      -0.470784 9185 
     O      -3.284177     -0.367272       0.143806 9186 
     H      -1.843266     -1.799209      -0.327038 9187 
     C      -1.215763      1.598121       0.043935 9188 
     H       0.390938     -1.403170      -0.745496 9189 
     H       0.796207      0.204117      -1.351080 9190 
     H       1.390356      0.938782       0.954426 9191 
     H       1.039528     -0.710211       1.543648 9192 
     H      -3.874869     -1.114517       0.041352 9193 
     H      -0.835668      1.906024       1.020700 9194 
     H      -2.271803      1.852258       0.004772 9195 
     H      -0.683224      2.183896      -0.707787 9196 
Rotational constants (GHz):    5.6476000    0.8348200    0.7774800 9197 
Vibrational harmonic frequencies (cm-1): 9198 
       49.7688                   62.1260                  111.8830             9199 
      127.3880                  172.9634                  210.4648             9200 
      261.2065                  320.6001                  362.4027             9201 
      382.3184                  485.9407                  542.2492             9202 
      657.6454                  793.1815                  842.6844             9203 
      892.9237                  971.7160                 1015.6927             9204 
     1050.5671                 1064.3973                 1088.9214             9205 
     1195.4017                 1206.0764                 1235.3924             9206 
     1278.4451                 1296.7273                 1326.6436             9207 
     1338.9397                 1392.0899                 1404.1120             9208 
     1429.8617                 1479.4113                 1492.5962             9209 
     1497.1967                 1499.5171                 1794.2645             9210 
     3052.0717                 3056.5095                 3095.4248             9211 
     3101.9954                 3108.8201                 3158.4228             9212 
     3161.4501                 3179.2350                 3920.3404             9213 
Zero-point correction (Hartree): 0.139351 9214 
 9215 
HOCHCCH3CH2CH2OO.Elttc 9216 
~~~~~~~~~~~~~~~~~~~~~~ 9217 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45091885  9218 
Electronic state : 2-A 9219 
Cartesian coordinates (Angs): 9220 
     C       2.019457     -0.817672       0.008327 9221 
     C       1.098313      0.106194       0.263784 9222 
     C      -0.265828     -0.308594       0.739631 9223 
     C      -1.331637      0.046086      -0.278635 9224 
     O      -2.612365     -0.306310       0.287546 9225 
     O      -3.586183     -0.017001      -0.518699 9226 
     O       3.280374     -0.604705      -0.449534 9227 
     H       1.832634     -1.872400       0.160319 9228 
     C       1.352064      1.578443       0.081059 9229 
     H      -0.294439     -1.382104       0.927499 9230 
     H      -0.506575      0.195948       1.679682 9231 
     H      -1.359513      1.112952      -0.500090 9232 
     H      -1.213321     -0.513727      -1.205893 9233 
     H       3.413792      0.330153      -0.629580 9234 
     H       1.084613      1.925417      -0.920047 9235 
     H       2.395599      1.846085       0.257166 9236 
     H       0.758393      2.155065       0.791451 9237 
Rotational constants (GHz):    5.6123100    0.7832700    0.7367300 9238 
Vibrational harmonic frequencies (cm-1): 9239 
       53.8263                   72.5390                   95.9165             9240 
      114.0774                  128.2612                  270.0024             9241 
      279.2909                  331.3963                  381.0101             9242 
      385.4593                  495.6250                  548.1192             9243 
      637.7717                  787.1260                  832.2222             9244 
      931.2207                 1006.1629                 1023.5025             9245 
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     1047.5933                 1065.7010                 1104.9684             9246 
     1179.5446                 1217.2770                 1228.0802             9247 
     1292.8911                 1306.1027                 1310.3396             9248 
     1333.4085                 1402.8581                 1413.8348             9249 
     1426.4010                 1485.5788                 1492.6064             9250 
     1504.5213                 1508.5126                 1772.3846             9251 
     3044.6967                 3051.5936                 3084.0365             9252 
     3099.7247                 3110.5957                 3118.4691             9253 
     3143.5100                 3214.7052                 3871.4970             9254 
Zero-point correction (Hartree): 0.139435 9255 
 9256 
HOCHCCH3CH2CH2OO.Elttt 9257 
~~~~~~~~~~~~~~~~~~~~~~ 9258 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45055503  9259 
Electronic state : 2-A 9260 
Cartesian coordinates (Angs): 9261 
     C       2.019747     -0.786239       0.012765 9262 
     C       1.092870      0.133198       0.249446 9263 
     C      -0.268522     -0.285052       0.729399 9264 
     C      -1.347484      0.078620      -0.271565 9265 
     O      -2.613552     -0.338726       0.285451 9266 
     O      -3.600278     -0.055760      -0.507019 9267 
     O       3.268503     -0.461379      -0.437772 9268 
     H       1.826796     -1.842387       0.164177 9269 
     C       1.353458      1.598099       0.055223 9270 
     H      -0.298640     -1.360915       0.906120 9271 
     H      -0.498650      0.209545       1.677373 9272 
     H      -1.411543      1.151424      -0.448613 9273 
     H      -1.217059     -0.439965      -1.220983 9274 
     H       3.818674     -1.244931      -0.472194 9275 
     H       0.843713      1.981548      -0.831597 9276 
     H       2.415948      1.794482      -0.062124 9277 
     H       0.982964      2.166359       0.910953 9278 
Rotational constants (GHz):    5.7031700    0.7796800    0.7330400 9279 
Vibrational harmonic frequencies (cm-1): 9280 
       49.4497                   85.7927                   94.1556             9281 
      109.3073                  155.9037                  223.1140             9282 
      264.6973                  296.5680                  353.0401             9283 
      371.2835                  465.2999                  545.6444             9284 
      640.9286                  785.9895                  840.5879             9285 
      895.2056                 1002.6418                 1021.9917             9286 
     1055.0963                 1069.6735                 1106.7878             9287 
     1189.2775                 1208.1309                 1226.7501             9288 
     1292.2113                 1296.0405                 1310.2441             9289 
     1338.0122                 1392.7459                 1413.1792             9290 
     1430.7267                 1482.9877                 1493.2188             9291 
     1498.6237                 1508.4037                 1795.6003             9292 
     3050.3658                 3052.0386                 3087.7339             9293 
     3100.1541                 3106.2284                 3147.3929             9294 
     3162.0558                 3180.1953                 3919.4495             9295 
Zero-point correction (Hartree): 0.139230 9296 
 9297 
 9298 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Ec 9299 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9300 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82495066  9301 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74993036  9302 
     T1 diagnostic:  0.027178  9303 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69194733  9304 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73018644  9305 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.70966304  9306 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74344876  9307 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15893222  9308 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13843132  9309 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.43069294  9310 
Electronic state : 2-A 9311 
Cartesian coordinates (Angs): 9312 
     C       0.897061     -0.546190       0.623516 9313 
     C       0.499806      0.751999       0.364265 9314 
     C      -0.899828      1.100331       0.734933 9315 
     C      -1.862983      0.349260      -0.214481 9316 
     O      -1.608941     -1.029261      -0.103469 9317 
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     O      -0.379546     -1.295814      -0.660220 9318 
     O       2.063821     -1.066021       0.210856 9319 
     H       0.465226     -1.110783       1.437486 9320 
     C       1.222207      1.567402      -0.659583 9321 
     H      -1.133763      0.784748       1.752116 9322 
     H      -1.076472      2.173656       0.656888 9323 
     H      -2.901957      0.490788       0.082090 9324 
     H      -1.719342      0.671026      -1.248151 9325 
     H       2.398259     -0.574510      -0.546052 9326 
     H       1.015811      1.199817      -1.672535 9327 
     H       2.304179      1.548632      -0.511108 9328 
     H       0.907815      2.608579      -0.619976 9329 
Rotational constants (GHz):    2.9232700    1.9578100    1.4160100 9330 
Vibrational harmonic frequencies (cm-1): 9331 
     i584.5270                  104.0146                  131.1446             9332 
      152.9753                  280.3153                  301.1201             9333 
      328.3390                  384.9481                  405.1223             9334 
      438.5013                  509.0466                  585.3565             9335 
      622.4213                  804.3175                  876.8799             9336 
      933.8620                  966.4459                  987.6532             9337 
     1013.3413                 1029.7845                 1074.4238             9338 
     1089.5739                 1180.5453                 1223.0220             9339 
     1246.1206                 1264.0096                 1324.3687             9340 
     1343.1694                 1375.3321                 1386.2243             9341 
     1413.1340                 1480.3285                 1482.9774             9342 
     1490.9019                 1502.0566                 1565.9389             9343 
     3013.5153                 3063.7344                 3073.1651             9344 
     3083.0540                 3122.8568                 3133.5583             9345 
     3139.1511                 3225.4811                 3857.2312             9346 
Zero-point correction (Hartree): 0.138990 9347 
 9348 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Et 9349 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9350 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82644110  9351 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.75168260  9352 
     T1 diagnostic:  0.027377  9353 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69320422  9354 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73169845  9355 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.71075959  9356 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74484390  9357 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.16124987  9358 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.14094997  9359 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.43224778  9360 
Electronic state : 2-A 9361 
Cartesian coordinates (Angs): 9362 
     C       0.901440     -0.521479       0.586849 9363 
     C       0.502829      0.769096       0.333071 9364 
     C      -0.894366      1.109763       0.725147 9365 
     C      -1.864531      0.326386      -0.190794 9366 
     O      -1.591884     -1.049777      -0.073455 9367 
     O      -0.384427     -1.307941      -0.683039 9368 
     O       2.095071     -0.960328       0.136906 9369 
     H       0.439773     -1.087856       1.386068 9370 
     C       1.212414      1.628625      -0.655606 9371 
     H      -1.109120      0.822969       1.754911 9372 
     H      -1.083272      2.178781       0.618222 9373 
     H      -2.898699      0.457600       0.126698 9374 
     H      -1.748306      0.635648      -1.231358 9375 
     H       2.156168     -1.910354       0.265310 9376 
     H       1.301757      2.650040      -0.281367 9377 
     H       0.641760      1.676875      -1.589447 9378 
     H       2.203139      1.246316      -0.884335 9379 
Rotational constants (GHz):    2.8787500    1.9716900    1.3999900 9380 
Vibrational harmonic frequencies (cm-1): 9381 
     i553.2027                  109.9272                  129.4570             9382 
      161.2925                  272.9190                  293.9918             9383 
      335.0045                  356.8991                  383.6058             9384 
      430.7677                  499.5686                  584.3038             9385 
      625.0749                  816.1024                  874.9959             9386 
      937.0347                  964.9763                  987.8429             9387 
     1010.4461                 1035.3106                 1075.9675             9388 
     1087.1538                 1189.3977                 1224.8218             9389 
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     1245.0144                 1264.3001                 1303.5546             9390 
     1334.5962                 1374.3540                 1390.3968             9391 
     1422.9022                 1477.8849                 1482.0055             9392 
     1488.2023                 1492.0330                 1602.7358             9393 
     3031.4077                 3066.6412                 3072.5900             9394 
     3092.3654                 3121.7575                 3134.3623             9395 
     3168.0763                 3189.7552                 3887.1174             9396 
Zero-point correction (Hartree): 0.139034 9397 
 9398 
 9399 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Ec 9400 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9401 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.80543099  9402 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.73000039  9403 
     T1 diagnostic:  0.024966  9404 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.67733307  9405 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.71333383  9406 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.69231131  9407 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.72403263  9408 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.12957042  9409 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.11164555  9410 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41459562  9411 
Electronic state : 2-A 9412 
Cartesian coordinates (Angs): 9413 
     O       1.611663     -1.284114      -0.619711 9414 
     H       0.570609     -1.436504       0.047100 9415 
     C      -0.397947     -1.100677       0.836472 9416 
     O       2.231586     -0.228477       0.005948 9417 
     C      -0.728993      0.240864       0.373594 9418 
     C       1.585033      0.992460      -0.352959 9419 
     C       0.358900      1.279457       0.506288 9420 
     H       0.156254     -1.138816       1.772511 9421 
     H      -1.154259     -1.878237       0.771877 9422 
     C      -1.881294      0.561876      -0.234616 9423 
     O      -2.930091     -0.252592      -0.482316 9424 
     H      -2.076507      1.567403      -0.583044 9425 
     H       2.343442      1.759914      -0.195592 9426 
     H       1.326531      0.944954      -1.412172 9427 
     H      -0.024832      2.261609       0.223290 9428 
     H       0.680104      1.342327       1.549750 9429 
     H      -2.740806     -1.145064      -0.177763 9430 
Rotational constants (GHz):    3.7713900    1.2756300    1.0917400 9431 
Vibrational harmonic frequencies (cm-1): 9432 
    i2187.2165                   79.1229                  145.5697             9433 
      202.8478                  290.9588                  295.2709             9434 
      344.0117                  403.4398                  455.9409             9435 
      495.2855                  550.5102                  563.2053             9436 
      629.2395                  656.4428                  815.4285             9437 
      873.4114                  917.9509                  956.2470             9438 
      990.7497                 1016.8466                 1060.0645             9439 
     1081.7357                 1118.5491                 1190.0307             9440 
     1204.8801                 1238.1535                 1253.3422             9441 
     1299.2440                 1329.1686                 1375.6154             9442 
     1396.7598                 1416.0353                 1465.7503             9443 
     1478.7994                 1485.3532                 1530.7273             9444 
     1702.6711                 3050.4029                 3069.6122             9445 
     3098.1448                 3102.9731                 3128.3971             9446 
     3176.8308                 3215.6662                 3865.5866             9447 
Zero-point correction (Hartree): 0.134451 9448 
 9449 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Et 9450 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9451 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41378992  9452 
Electronic state : 2-A 9453 
Cartesian coordinates (Angs): 9454 
     O       1.601501     -1.290271      -0.618535 9455 
     H       0.561291     -1.438259       0.056889 9456 
     C      -0.401768     -1.097574       0.847814 9457 
     O       2.232270     -0.235626       0.001025 9458 
     C      -0.713173      0.247279       0.381248 9459 
     C       1.594707      0.986734      -0.362118 9460 
     C       0.371862      1.287446       0.498634 9461 
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     H       0.154954     -1.145404       1.781839 9462 
     H      -1.189898     -1.835589       0.756039 9463 
     C      -1.868947      0.544929      -0.223165 9464 
     O      -2.847699     -0.382535      -0.401426 9465 
     H      -2.078130      1.543523      -0.589924 9466 
     H       2.358378      1.750500      -0.211240 9467 
     H       1.332110      0.935967      -1.420313 9468 
     H      -0.010168      2.268012       0.206377 9469 
     H       0.697337      1.359552       1.540003 9470 
     H      -3.610527      0.016269      -0.822647 9471 
Rotational constants (GHz):    3.7784100    1.2856200    1.0982000 9472 
Vibrational harmonic frequencies (cm-1): 9473 
    i2126.1464                   82.8438                  145.7752             9474 
      213.6238                  269.8116                  277.2568             9475 
      325.9406                  373.3494                  448.8572             9476 
      472.1455                  554.2206                  568.7976             9477 
      633.4221                  661.9724                  823.5970             9478 
      875.3510                  878.8346                  957.0137             9479 
     1001.7419                 1015.9198                 1062.1319             9480 
     1082.5804                 1119.0508                 1198.9166             9481 
     1199.9316                 1231.2216                 1252.2669             9482 
     1295.3559                 1318.6255                 1377.5621             9483 
     1397.1068                 1404.6352                 1462.3339             9484 
     1478.6047                 1479.7281                 1516.7170             9485 
     1730.1079                 3050.1858                 3067.5503             9486 
     3099.5063                 3107.3536                 3126.1656             9487 
     3182.5087                 3211.7110                 3914.6619             9488 
Zero-point correction (Hartree): 0.134291 9489 
 9490 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Ec 9491 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9492 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41342897  9493 
Electronic state : 2-A 9494 
Cartesian coordinates (Angs): 9495 
     O      -1.809153      1.189157      -0.280637 9496 
     H      -0.693200      1.491482       0.191782 9497 
     C       0.459690      1.311138       0.776573 9498 
     O      -1.506597      0.067604      -1.009623 9499 
     C       0.653638     -0.107794       0.532762 9500 
     C      -1.543084     -1.075315      -0.157669 9501 
     C      -0.494299     -0.994585       0.960701 9502 
     H       0.164990      1.569807       1.791662 9503 
     H       1.170044      2.019741       0.358664 9504 
     C       1.682250     -0.631587      -0.156204 9505 
     O       2.736439      0.031551      -0.672135 9506 
     H       1.754807     -1.694854      -0.345186 9507 
     H      -2.553466     -1.197939       0.236613 9508 
     H      -1.317258     -1.896094      -0.838222 9509 
     H      -0.152773     -2.001917       1.198934 9510 
     H      -0.942200     -0.582073       1.864560 9511 
     H       2.654362      0.974213      -0.496627 9512 
Rotational constants (GHz):    3.3187200    1.4055600    1.2662400 9513 
Vibrational harmonic frequencies (cm-1): 9514 
    i2094.4757                   79.0026                  123.8287             9515 
      232.6307                  277.1059                  301.8495             9516 
      371.7860                  378.3727                  434.8235             9517 
      486.2273                  537.4493                  568.2219             9518 
      625.1325                  708.2326                  807.3081             9519 
      858.3569                  921.8416                  954.5784             9520 
     1018.9063                 1030.5444                 1058.5716             9521 
     1082.5619                 1126.5080                 1200.3832             9522 
     1219.9226                 1253.2084                 1266.0461             9523 
     1287.5495                 1327.3345                 1364.0460             9524 
     1396.2710                 1414.5928                 1482.8872             9525 
     1488.3685                 1498.0181                 1501.1903             9526 
     1689.9085                 3068.2305                 3082.1468             9527 
     3098.4667                 3116.4651                 3135.8086             9528 
     3174.3543                 3212.3579                 3857.4644             9529 
Zero-point correction (Hartree): 0.134683 9530 
 9531 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Et 9532 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 9533 
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E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41202505  9534 
Electronic state : 2-A 9535 
Cartesian coordinates (Angs): 9536 
     O      -1.801016      1.194880      -0.292037 9537 
     H      -0.680972      1.494659       0.182105 9538 
     C       0.458122      1.309432       0.788425 9539 
     O      -1.505795      0.067479      -1.018020 9540 
     C       0.640213     -0.110418       0.546060 9541 
     C      -1.555137     -1.071067      -0.163841 9542 
     C      -0.505830     -1.004294       0.957098 9543 
     H       0.137967      1.569895       1.795354 9544 
     H       1.204489      1.976818       0.373802 9545 
     C       1.677405     -0.607886      -0.141367 9546 
     O       2.680110      0.183750      -0.600182 9547 
     H       1.766000     -1.668997      -0.347278 9548 
     H      -2.566519     -1.181391       0.231818 9549 
     H      -1.340686     -1.896938      -0.842239 9550 
     H      -0.165710     -2.015214       1.183006 9551 
     H      -0.955428     -0.603189       1.865159 9552 
     H       3.325829     -0.339119      -1.078065 9553 
Rotational constants (GHz):    3.3264600    1.4097200    1.2706800 9554 
Vibrational harmonic frequencies (cm-1): 9555 
    i2051.6284                   80.8964                  118.0649             9556 
      234.7208                  253.7706                  296.7965             9557 
      327.8990                  367.3283                  412.4711             9558 
      463.3578                  542.0591                  565.4153             9559 
      629.6163                  708.5276                  808.9682             9560 
      856.5643                  886.7265                  954.9900             9561 
     1018.2313                 1030.5736                 1064.8990             9562 
     1082.5759                 1127.6163                 1207.4368             9563 
     1210.8433                 1252.4923                 1264.9906             9564 
     1289.6721                 1309.7406                 1357.9237             9565 
     1397.5991                 1405.8849                 1478.3326             9566 
     1482.6085                 1488.6295                 1499.8821             9567 
     1716.0912                 3066.0063                 3080.8514             9568 
     3108.1941                 3113.8368                 3133.5914             9569 
     3180.4327                 3210.1388                 3913.5482             9570 
Zero-point correction (Hartree): 0.134414 9571 
 9572 
 9573 
################################################################################# 9574 
Z-HOCH=C(CH3)CH2CH2OO ring closure and H-shift 9575 
################################################################################# 9576 
 9577 
HOCHCCH3CH2CH2OO.Zcpmm 9578 
~~~~~~~~~~~~~~~~~~~~~~ 9579 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44926728  9580 
Electronic state : 2-A 9581 
Cartesian coordinates (Angs): 9582 
     C       1.130828      1.189643       0.118372 9583 
     C       1.238603     -0.132009      -0.010035 9584 
     C       0.223458     -1.204350       0.298823 9585 
     C      -1.174937     -0.855596       0.776147 9586 
     O      -2.076071     -0.621963      -0.337399 9587 
     O      -1.939195      0.550472      -0.866455 9588 
     O       0.048799      1.933320       0.470619 9589 
     H       2.005167      1.806843      -0.055894 9590 
     C       2.555327     -0.707592      -0.455973 9591 
     H       0.121413     -1.869420      -0.565394 9592 
     H       0.663012     -1.830250       1.083227 9593 
     H      -1.627782     -1.712607       1.269338 9594 
     H      -1.213156      0.009725       1.433576 9595 
     H      -0.745437      1.559668       0.057560 9596 
     H       3.299289      0.071191      -0.610861 9597 
     H       2.443891     -1.258622      -1.393007 9598 
     H       2.945669     -1.411728       0.283331 9599 
Rotational constants (GHz):    2.8902200    1.5369100    1.1689500 9600 
Vibrational harmonic frequencies (cm-1): 9601 
       24.0365                   77.6570                  189.7251             9602 
      198.5005                  212.4232                  301.1457             9603 
      319.7088                  342.3071                  426.8330             9604 
      433.3245                  555.5785                  612.1342             9605 
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      683.9066                  774.3618                  863.0769             9606 
      915.0358                  972.8046                 1009.5127             9607 
     1050.9749                 1071.7262                 1096.5676             9608 
     1181.8355                 1220.7331                 1247.8945             9609 
     1277.4254                 1332.8511                 1356.0380             9610 
     1407.6980                 1409.2349                 1419.2418             9611 
     1438.9876                 1461.5529                 1484.0105             9612 
     1501.8632                 1507.0806                 1769.4280             9613 
     3030.3042                 3041.7617                 3055.8862             9614 
     3088.3897                 3111.8810                 3143.4802             9615 
     3168.9225                 3179.4980                 3648.0915             9616 
Zero-point correction (Hartree): 0.140370 9617 
 9618 
HOCHCCH3CH2CH2OO.Zcppc 9619 
~~~~~~~~~~~~~~~~~~~~~~ 9620 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44991842  9621 
Electronic state : 2-A 9622 
Cartesian coordinates (Angs): 9623 
     C       1.302368      1.134243      -0.052999 9624 
     C       1.292066     -0.197500      -0.038492 9625 
     C       0.113401     -1.112402       0.187562 9626 
     C      -1.101218     -0.564118       0.907252 9627 
     O      -1.906118      0.273034       0.035929 9628 
     O      -2.522093     -0.422441      -0.870935 9629 
     O       0.278841      2.017500       0.086638 9630 
     H       2.242014      1.657752      -0.178460 9631 
     C       2.581383     -0.932962      -0.282837 9632 
     H      -0.224491     -1.555842      -0.754835 9633 
     H       0.469624     -1.953295       0.789785 9634 
     H      -1.753771     -1.364950       1.247106 9635 
     H      -0.836395      0.090558       1.735721 9636 
     H      -0.571467      1.619975      -0.129949 9637 
     H       3.407289     -0.247262      -0.461502 9638 
     H       2.495186     -1.588545      -1.153039 9639 
     H       2.838972     -1.566692       0.569206 9640 
Rotational constants (GHz):    3.0876200    1.3938000    1.0892800 9641 
Vibrational harmonic frequencies (cm-1): 9642 
       41.4157                   88.8959                  158.4002             9643 
      203.7030                  214.9268                  267.4457             9644 
      306.5270                  349.4743                  426.3144             9645 
      468.9643                  540.3332                  555.0457             9646 
      616.7284                  783.5881                  848.6957             9647 
      920.2684                  977.4469                 1010.4465             9648 
     1023.8451                 1070.5587                 1118.5778             9649 
     1177.7980                 1205.3420                 1226.1172             9650 
     1285.3179                 1308.7509                 1328.8084             9651 
     1396.5434                 1402.0385                 1419.5250             9652 
     1434.5639                 1466.7983                 1484.7455             9653 
     1489.9621                 1503.0773                 1770.8431             9654 
     3041.0376                 3043.7765                 3071.5466             9655 
     3088.6966                 3103.7687                 3142.8778             9656 
     3164.1479                 3197.6601                 3816.3222             9657 
Zero-point correction (Hartree): 0.140248 9658 
 9659 
HOCHCCH3CH2CH2OO.Zcptt 9660 
~~~~~~~~~~~~~~~~~~~~~~ 9661 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44798473  9662 
Electronic state : 2-A 9663 
Cartesian coordinates (Angs): 9664 
     C       1.111782      1.202708      -0.048985 9665 
     C       1.321607     -0.106468       0.000181 9666 
     C       0.372817     -1.143483       0.544186 9667 
     C      -1.082610     -0.764033       0.699462 9668 
     O      -1.584852     -0.416972      -0.610449 9669 
     O      -2.785048      0.066786      -0.547755 9670 
     O      -0.001108      1.821837       0.451410 9671 
     H       1.860828      1.861847      -0.473951 9672 
     C       2.623586     -0.662260      -0.501470 9673 
     H       0.429102     -2.020392      -0.107435 9674 
     H       0.730553     -1.483099       1.521683 9675 
     H      -1.670436     -1.612639       1.049149 9676 
     H      -1.242637      0.091413       1.346309 9677 
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     H      -0.106376      2.684059       0.045726 9678 
     H       3.140249     -1.213026       0.288487 9679 
     H       3.289287      0.123328      -0.854380 9680 
     H       2.454407     -1.363486      -1.321472 9681 
Rotational constants (GHz):    3.1846200    1.3743500    1.1036000 9682 
Vibrational harmonic frequencies (cm-1): 9683 
       41.7350                   54.6761                  136.9906             9684 
      196.3076                  224.8723                  256.5599             9685 
      272.2639                  309.1968                  342.1811             9686 
      389.1014                  449.4868                  541.9392             9687 
      634.2976                  783.3691                  838.9369             9688 
      888.2290                 1005.2984                 1008.2993             9689 
     1044.5282                 1077.3965                 1102.6649             9690 
     1177.8265                 1204.1175                 1242.1809             9691 
     1276.9776                 1294.3337                 1304.8379             9692 
     1384.4248                 1413.3817                 1421.5673             9693 
     1433.4271                 1466.7757                 1483.4140             9694 
     1500.1768                 1504.6908                 1800.8913             9695 
     3040.9819                 3045.7174                 3070.2552             9696 
     3094.2460                 3095.3060                 3140.4667             9697 
     3175.4861                 3184.9905                 3907.3554             9698 
Zero-point correction (Hartree): 0.139565 9699 
 9700 
HOCHCCH3CH2CH2OO.Zctpc 9701 
~~~~~~~~~~~~~~~~~~~~~~ 9702 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44515262  9703 
Electronic state : 2-A 9704 
Cartesian coordinates (Angs): 9705 
     C      -1.954737      0.702111      -0.066637 9706 
     C      -1.292319     -0.449834      -0.007600 9707 
     C       0.197765     -0.675928       0.038772 9708 
     C       1.099300      0.522071       0.262716 9709 
     O       2.448422      0.069257       0.503280 9710 
     O       3.004518     -0.353378      -0.590800 9711 
     O      -1.493168      1.984059      -0.122603 9712 
     H      -3.036633      0.701284      -0.068602 9713 
     C      -2.079754     -1.732002       0.012289 9714 
     H       0.399791     -1.381335       0.850752 9715 
     H       0.521164     -1.176700      -0.878264 9716 
     H       1.155607      1.183685      -0.603865 9717 
     H       0.836007      1.076985       1.162625 9718 
     H      -0.546872      2.014117      -0.268205 9719 
     H      -3.150674     -1.546910      -0.040197 9720 
     H      -1.874075     -2.301120       0.921577 9721 
     H      -1.804015     -2.368020      -0.832066 9722 
Rotational constants (GHz):    3.2170000    1.1150700    0.8728000 9723 
Vibrational harmonic frequencies (cm-1): 9724 
       25.4172                   78.3647                  123.7774             9725 
      170.7876                  196.9246                  227.9818             9726 
      287.8662                  320.1712                  343.9952             9727 
      406.9443                  474.0316                  574.1455             9728 
      604.6082                  791.2435                  883.9768             9729 
      921.8576                  975.5759                 1005.4773             9730 
     1051.2166                 1083.7976                 1123.9663             9731 
     1173.5548                 1183.5992                 1246.7477             9732 
     1278.9744                 1303.1522                 1346.0534             9733 
     1355.9993                 1411.8816                 1419.2780             9734 
     1434.4271                 1483.0102                 1487.6386             9735 
     1504.0531                 1515.7753                 1779.0413             9736 
     3042.4192                 3047.0036                 3065.3448             9737 
     3076.6750                 3095.3128                 3140.2386             9738 
     3146.0393                 3213.1117                 3925.5280             9739 
Zero-point correction (Hartree): 0.139759 9740 
 9741 
HOCHCCH3CH2CH2OO.Zctpt 9742 
~~~~~~~~~~~~~~~~~~~~~~ 9743 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44961874  9744 
Electronic state : 2-A 9745 
Cartesian coordinates (Angs): 9746 
     C      -1.910461      0.687968      -0.132568 9747 
     C      -1.279218     -0.468402       0.020212 9748 
     C       0.193008     -0.658194       0.265105 9749 
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     C       1.080153      0.569106       0.189292 9750 
     O       2.452055      0.165698       0.416055 9751 
     O       2.935128     -0.475134      -0.603425 9752 
     O      -1.293149      1.911294      -0.076811 9753 
     H      -2.980286      0.712591      -0.304352 9754 
     C      -2.063894     -1.748177      -0.033569 9755 
     H       0.327699     -1.125570       1.246155 9756 
     H       0.572150     -1.379256      -0.464639 9757 
     H       1.037631      1.055505      -0.781581 9758 
     H       0.876641      1.290249       0.974713 9759 
     H      -1.926284      2.602984      -0.272360 9760 
     H      -3.124880     -1.566021      -0.195353 9761 
     H      -1.952764     -2.308170       0.897707 9762 
     H      -1.699699     -2.390990      -0.837673 9763 
Rotational constants (GHz):    3.1892200    1.1588400    0.8959600 9764 
Vibrational harmonic frequencies (cm-1): 9765 
       34.7291                   89.3545                  133.3168             9766 
      169.8388                  185.6689                  216.9190             9767 
      265.2060                  311.7155                  345.4390             9768 
      397.6089                  456.9792                  567.6594             9769 
      604.5898                  790.8203                  878.8482             9770 
      888.6487                  966.6599                 1004.5028             9771 
     1046.3952                 1088.0718                 1117.8057             9772 
     1174.1608                 1201.1280                 1238.9297             9773 
     1268.2535                 1294.4717                 1332.8919             9774 
     1353.3483                 1407.4306                 1422.2608             9775 
     1431.8591                 1481.9638                 1483.7375             9776 
     1493.8845                 1504.6745                 1803.5656             9777 
     3037.9988                 3048.1738                 3074.2592             9778 
     3098.3665                 3123.7778                 3140.1703             9779 
     3183.9106                 3189.7624                 3920.7129             9780 
Zero-point correction (Hartree): 0.139584 9781 
 9782 
HOCHCCH3CH2CH2OO.Zgmmc 9783 
~~~~~~~~~~~~~~~~~~~~~~ 9784 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45072057  9785 
Electronic state : 2-A 9786 
Cartesian coordinates (Angs): 9787 
     C       1.989804      0.208706      -0.313793 9788 
     C       0.826097      0.596713       0.196926 9789 
     C      -0.065618     -0.359934       0.947609 9790 
     C      -0.945036     -1.198469       0.032037 9791 
     O      -1.823393     -0.354934      -0.746128 9792 
     O      -2.718326      0.210818       0.003761 9793 
     O       2.543784     -1.034946      -0.234980 9794 
     H       2.629282      0.883352      -0.866545 9795 
     C       0.339780      2.005975       0.026131 9796 
     H       0.509180     -1.048789       1.575217 9797 
     H      -0.716760      0.191344       1.626975 9798 
     H      -0.361834     -1.730557      -0.718451 9799 
     H      -1.574360     -1.891379       0.589167 9800 
     H       2.003592     -1.606928       0.316729 9801 
     H      -0.624440      2.029662      -0.484220 9802 
     H       1.047187      2.600169      -0.550200 9803 
     H       0.201475      2.487689       0.996649 9804 
Rotational constants (GHz):    3.3559600    1.2984200    1.0556100 9805 
Vibrational harmonic frequencies (cm-1): 9806 
       40.9393                   66.7204                  142.3623             9807 
      169.4739                  193.3883                  289.2887             9808 
      302.5363                  332.5190                  387.9733             9809 
      421.2621                  534.2735                  570.9138             9810 
      613.4048                  790.2132                  848.8792             9811 
      917.2383                  948.1353                 1009.7677             9812 
     1031.0112                 1071.8344                 1097.2237             9813 
     1177.1280                 1189.8680                 1239.8074             9814 
     1266.6471                 1299.3519                 1313.3219             9815 
     1364.8695                 1399.9540                 1410.5359             9816 
     1423.9707                 1481.6530                 1488.0521             9817 
     1493.7835                 1504.0293                 1772.4866             9818 
     3041.5945                 3051.1800                 3087.2260             9819 
     3106.0248                 3108.3076                 3140.4678             9820 
     3149.7913                 3219.9452                 3871.8849             9821 
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Zero-point correction (Hartree): 0.139837 9822 
 9823 
HOCHCCH3CH2CH2OO.Zgmmt 9824 
~~~~~~~~~~~~~~~~~~~~~~ 9825 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45252662  9826 
Electronic state : 2-A 9827 
Cartesian coordinates (Angs): 9828 
     C       1.937512     -0.188903      -0.323205 9829 
     C       0.805674     -0.633427       0.203909 9830 
     C      -0.070602      0.296764       1.002205 9831 
     C      -0.912154      1.199539       0.117663 9832 
     O      -1.770587      0.420154      -0.748972 9833 
     O      -2.692514     -0.194761      -0.074327 9834 
     O       2.332130      1.115667      -0.158502 9835 
     H       2.592745     -0.818658      -0.913257 9836 
     C       0.345735     -2.044789       0.001752 9837 
     H      -0.736259     -0.273491       1.650451 9838 
     H       0.540127      0.946490       1.631171 9839 
     H      -1.556161      1.858637       0.698149 9840 
     H      -0.290957      1.773311      -0.566664 9841 
     H       3.207424      1.243071      -0.526465 9842 
     H       0.236027     -2.554879       0.961179 9843 
     H       1.048398     -2.611123      -0.608111 9844 
     H      -0.630563     -2.066941      -0.485989 9845 
Rotational constants (GHz):    3.2226000    1.3598600    1.0889800 9846 
Vibrational harmonic frequencies (cm-1): 9847 
       42.8964                   65.6193                  142.7389             9848 
      167.1418                  189.3145                  227.3757             9849 
      288.6729                  320.2290                  354.3743             9850 
      391.2909                  531.7092                  574.5252             9851 
      617.5566                  798.6739                  848.1971             9852 
      878.3959                  950.0970                 1009.2751             9853 
     1028.4883                 1072.7596                 1100.3847             9854 
     1182.1118                 1197.7530                 1226.2701             9855 
     1262.8379                 1299.1358                 1318.7714             9856 
     1362.3503                 1390.7542                 1407.4201             9857 
     1423.0941                 1474.4708                 1481.9141             9858 
     1491.8754                 1503.0181                 1794.6668             9859 
     3050.6164                 3075.4455                 3095.1329             9860 
     3105.4278                 3124.1288                 3136.8179             9861 
     3163.0238                 3188.8317                 3919.8657             9862 
Zero-point correction (Hartree): 0.139596 9863 
 9864 
HOCHCCH3CH2CH2OO.Zgmpc 9865 
~~~~~~~~~~~~~~~~~~~~~~ 9866 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44933493  9867 
Electronic state : 2-A 9868 
Cartesian coordinates (Angs): 9869 
     C       1.782933      0.110969      -0.461481 9870 
     C       0.787914      0.564110       0.293452 9871 
     C      -0.004858     -0.353506       1.188551 9872 
     C      -1.119576     -1.100004       0.464262 9873 
     O      -2.097280     -0.166343      -0.034011 9874 
     O      -1.863617      0.176104      -1.265665 9875 
     O       2.230116     -1.173930      -0.541764 9876 
     H       2.351128      0.759979      -1.113582 9877 
     C       0.402348      2.013945       0.272419 9878 
     H       0.633315     -1.104711       1.666413 9879 
     H      -0.447622      0.220846       2.003959 9880 
     H      -0.752162     -1.663208      -0.392318 9881 
     H      -1.670244     -1.749300       1.143820 9882 
     H       1.742706     -1.737215       0.064959 9883 
     H       1.019339      2.575114      -0.427427 9884 
     H       0.518723      2.460585       1.262732 9885 
     H      -0.641492      2.138175      -0.020258 9886 
Rotational constants (GHz):    2.7294700    1.4523500    1.2564800 9887 
Vibrational harmonic frequencies (cm-1): 9888 
       48.7034                   88.8848                  105.7465             9889 
      169.7326                  194.4482                  263.3324             9890 
      294.1944                  342.2144                  378.2690             9891 
      420.1903                  528.8116                  569.2579             9892 
      604.0069                  779.9811                  872.6524             9893 
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      918.2761                  938.0512                 1019.9914             9894 
     1036.1814                 1069.0318                 1087.0051             9895 
     1177.5739                 1191.8773                 1236.3051             9896 
     1258.3935                 1300.3856                 1329.8438             9897 
     1370.3998                 1391.7892                 1410.7006             9898 
     1423.2240                 1481.1253                 1483.1346             9899 
     1491.9566                 1502.5607                 1774.5235             9900 
     3036.0261                 3048.8346                 3086.6194             9901 
     3098.1440                 3104.4574                 3141.0885             9902 
     3151.2493                 3221.7205                 3877.9113             9903 
Zero-point correction (Hartree): 0.139695 9904 
 9905 
HOCHCCH3CH2CH2OO.Zgmpt 9906 
~~~~~~~~~~~~~~~~~~~~~~ 9907 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45143242  9908 
Electronic state : 2-A 9909 
Cartesian coordinates (Angs): 9910 
     C       1.737121      0.063987      -0.456171 9911 
     C       0.779185      0.601911       0.284741 9912 
     C      -0.011417     -0.262962       1.230502 9913 
     C      -1.095726     -1.067273       0.528296 9914 
     O      -2.080353     -0.182475      -0.047689 9915 
     O      -1.816170      0.105465      -1.286838 9916 
     O       2.025882     -1.274731      -0.377320 9917 
     H       2.322426      0.642226      -1.160931 9918 
     C       0.431283      2.055253       0.184803 9919 
     H       0.645789     -0.982963       1.721704 9920 
     H      -0.471362      0.351282       2.006168 9921 
     H      -0.687958     -1.672298      -0.278096 9922 
     H      -1.653186     -1.683368       1.232423 9923 
     H       2.762741     -1.485878      -0.951833 9924 
     H       1.056551      2.565317      -0.546653 9925 
     H       0.559200      2.551269       1.149607 9926 
     H      -0.611754      2.182851      -0.110643 9927 
Rotational constants (GHz):    2.6594900    1.5166600    1.2947300 9928 
Vibrational harmonic frequencies (cm-1): 9929 
       45.6868                   87.5472                  103.4694             9930 
      176.4799                  193.2789                  234.0679             9931 
      281.1618                  330.6672                  348.3348             9932 
      397.9300                  526.6332                  570.6983             9933 
      607.3737                  787.0443                  870.6459             9934 
      876.5100                  939.9320                 1016.1217             9935 
     1035.2074                 1070.4997                 1088.9494             9936 
     1183.0382                 1198.2857                 1234.1057             9937 
     1242.8935                 1310.5007                 1325.2313             9938 
     1366.3777                 1382.6238                 1408.4118             9939 
     1421.3718                 1472.8623                 1481.4155             9940 
     1485.9827                 1501.6823                 1796.0196             9941 
     3048.6422                 3067.6456                 3095.2545             9942 
     3103.2459                 3114.5449                 3137.1026             9943 
     3164.9746                 3192.3371                 3920.0508             9944 
Zero-point correction (Hartree): 0.139521 9945 
 9946 
HOCHCCH3CH2CH2OO.Zgmtc 9947 
~~~~~~~~~~~~~~~~~~~~~~ 9948 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44965828  9949 
Electronic state : 2-A 9950 
Cartesian coordinates (Angs): 9951 
     C       1.939070     -0.129593      -0.510460 9952 
     C       1.011908      0.552033       0.154141 9953 
     C       0.089828     -0.124896       1.137626 9954 
     C      -1.102311     -0.796531       0.478876 9955 
     O      -1.901160      0.241346      -0.129589 9956 
     O      -2.928763     -0.251629      -0.747865 9957 
     O       2.204870     -1.462661      -0.411107 9958 
     H       2.596994      0.343679      -1.226528 9959 
     C       0.832012      2.025207      -0.065783 9960 
     H       0.613282     -0.886342       1.724394 9961 
     H      -0.277367      0.604850       1.861275 9962 
     H      -0.805748     -1.479880      -0.317169 9963 
     H      -1.739491     -1.315071       1.194778 9964 
     H       1.645233     -1.868477       0.256231 9965 



1062 
 

     H      -0.181116      2.248067      -0.403871 9966 
     H       1.532750      2.401156      -0.809499 9967 
     H       0.992846      2.578250       0.862484 9968 
Rotational constants (GHz):    3.0103600    1.2180800    1.0238900 9969 
Vibrational harmonic frequencies (cm-1): 9970 
       41.4082                   75.5142                  119.9922             9971 
      173.6373                  195.7565                  273.3382             9972 
      284.5693                  314.9211                  381.6568             9973 
      392.4674                  489.2844                  577.5848             9974 
      622.5919                  786.1280                  841.5853             9975 
      921.7769                  977.9475                 1025.9881             9976 
     1049.6434                 1070.3287                 1087.9050             9977 
     1176.7408                 1196.4185                 1244.8787             9978 
     1276.7479                 1294.6012                 1306.7742             9979 
     1367.8364                 1402.7677                 1410.5180             9980 
     1422.6055                 1481.9338                 1491.9293             9981 
     1499.3863                 1505.2994                 1775.1273             9982 
     3043.9052                 3050.1255                 3078.3368             9983 
     3098.5812                 3105.7877                 3137.3926             9984 
     3141.1266                 3219.1818                 3876.0556             9985 
Zero-point correction (Hartree): 0.139670 9986 
 9987 
HOCHCCH3CH2CH2OO.Zgmtt 9988 
~~~~~~~~~~~~~~~~~~~~~~ 9989 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45153725  9990 
Electronic state : 2-A 9991 
Cartesian coordinates (Angs): 9992 
     C       1.880460     -0.188728      -0.506354 9993 
     C       1.011983      0.572220       0.144584 9994 
     C       0.096187     -0.044062       1.170887 9995 
     C      -1.088956     -0.750130       0.542855 9996 
     O      -1.874325      0.247915      -0.150741 9997 
     O      -2.889016     -0.281038      -0.759924 9998 
     O       1.966358     -1.535761      -0.260800 9999 
     H       2.549319      0.206647      -1.261521 10000 
     C       0.889736      2.038765      -0.135028 10001 
     H       0.635776     -0.789604       1.756667 10002 
     H      -0.265876      0.721474       1.859021 10003 
     H      -0.775125     -1.488032      -0.193238 10004 
     H      -1.741217     -1.213280       1.282420 10005 
     H       2.681224     -1.918254      -0.771152 10006 
     H      -0.121915      2.284581      -0.462218 10007 
     H       1.588769      2.357583      -0.907021 10008 
     H       1.088445      2.621573       0.767096 10009 
Rotational constants (GHz):    2.9146800    1.2701200    1.0549900 10010 
Vibrational harmonic frequencies (cm-1): 10011 
       42.7504                   72.7486                  117.7732             10012 
      178.3161                  198.3964                  245.1979             10013 
      285.7025                  300.6185                  347.4777             10014 
      375.8057                  479.9849                  582.0684             10015 
      623.8398                  794.2295                  840.9293             10016 
      877.0195                  983.2028                 1025.2759             10017 
     1042.4252                 1075.1355                 1088.8214             10018 
     1181.7763                 1199.4183                 1228.8308             10019 
     1269.4839                 1298.6573                 1317.1769             10020 
     1362.1365                 1396.8202                 1406.5667             10021 
     1421.5974                 1473.6656                 1482.2938             10022 
     1502.4534                 1505.0698                 1794.8735             10023 
     3050.0418                 3071.5608                 3089.2414             10024 
     3105.2245                 3118.0648                 3137.4365             10025 
     3152.1171                 3190.2015                 3919.1491             10026 
Zero-point correction (Hartree): 0.139541 10027 
 10028 
HOCHCCH3CH2CH2OO.Zgpmc 10029 
~~~~~~~~~~~~~~~~~~~~~~ 10030 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45240759  10031 
Electronic state : 2-A 10032 
Cartesian coordinates (Angs): 10033 
     C       1.224405      1.071636       0.115225 10034 
     C       1.093779     -0.235051      -0.098039 10035 
     C       0.100153     -0.780139      -1.085588 10036 
     C      -1.252678     -1.100586      -0.463721 10037 
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     O      -1.846708      0.122595       0.018775 10038 
     O      -1.626316      0.305916       1.289588 10039 
     O       0.501693      2.068096      -0.462038 10040 
     H       1.972419      1.462813       0.792974 10041 
     C       1.914167     -1.228647       0.668231 10042 
     H      -0.054263     -0.084383      -1.913673 10043 
     H       0.486521     -1.704024      -1.522661 10044 
     H      -1.953299     -1.490637      -1.200553 10045 
     H      -1.174329     -1.775711       0.385619 10046 
     H      -0.359671      1.738532      -0.737933 10047 
     H       1.276658     -1.891783       1.259108 10048 
     H       2.597727     -0.732283       1.354866 10049 
     H       2.499926     -1.858654      -0.004990 10050 
Rotational constants (GHz):    2.4124700    1.7738900    1.3808600 10051 
Vibrational harmonic frequencies (cm-1): 10052 
       53.2250                   92.8312                  110.8594             10053 
      190.7603                  202.6129                  259.5484             10054 
      307.3685                  344.1491                  378.7662             10055 
      437.9692                  526.9002                  582.3746             10056 
      602.7792                  774.7668                  862.8993             10057 
      918.0243                  979.9982                  993.6932             10058 
     1030.2699                 1066.0743                 1084.6708             10059 
     1184.8261                 1199.6995                 1224.5053             10060 
     1269.9523                 1306.9516                 1323.5696             10061 
     1366.7961                 1384.1554                 1411.7458             10062 
     1422.4428                 1479.2083                 1487.6470             10063 
     1488.9137                 1500.8396                 1764.8020             10064 
     3040.9682                 3056.5544                 3088.9997             10065 
     3091.9236                 3100.8731                 3138.8295             10066 
     3159.6501                 3206.2195                 3848.4104             10067 
Zero-point correction (Hartree): 0.139763 10068 
 10069 
HOCHCCH3CH2CH2OO.Zgppc 10070 
~~~~~~~~~~~~~~~~~~~~~~ 10071 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.84631979  10072 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.77536686  10073 
     T1 diagnostic:  0.021002  10074 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.72348730  10075 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.76218978  10076 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.72673939  10077 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.76408756  10078 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.18016550  10079 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.17484935  10080 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45480404  10081 
Electronic state : 2-A 10082 
Cartesian coordinates (Angs): 10083 
     C      -1.212494      1.178878      -0.172259 10084 
     C      -1.161420     -0.120390       0.111263 10085 
     C      -0.063202     -0.717029       0.948967 10086 
     C       1.038780     -1.369346       0.134278 10087 
     O       1.696511     -0.421967      -0.746504 10088 
     O       2.167644      0.596960      -0.102567 10089 
     O      -0.325313      2.138965       0.186655 10090 
     H      -2.036973      1.595904      -0.737046 10091 
     C      -2.216824     -1.058983      -0.394807 10092 
     H       0.382627      0.021461       1.615150 10093 
     H      -0.480267     -1.497923       1.590496 10094 
     H       1.813810     -1.800446       0.767521 10095 
     H       0.656562     -2.124151      -0.549973 10096 
     H       0.523487      1.748654       0.428011 10097 
     H      -2.961550     -0.533786      -0.990435 10098 
     H      -2.729056     -1.555064       0.433194 10099 
     H      -1.788407     -1.845085      -1.022259 10100 
Rotational constants (GHz):    2.6040800    1.7509900    1.2063500 10101 
Vibrational harmonic frequencies (cm-1): 10102 
       44.7648                  126.1924                  134.7356             10103 
      191.5450                  199.3966                  275.1822             10104 
      313.8253                  352.8731                  395.9432             10105 
      453.1138                  531.0890                  580.7217             10106 
      633.5081                  769.4751                  848.0543             10107 
      928.5450                  971.3108                  982.7232             10108 
     1032.1058                 1072.3501                 1091.7482             10109 
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     1189.0619                 1205.0560                 1249.2238             10110 
     1274.8693                 1304.4794                 1327.1191             10111 
     1372.8944                 1403.2116                 1416.6370             10112 
     1424.7850                 1480.5896                 1492.7890             10113 
     1495.1440                 1502.5296                 1770.9465             10114 
     3040.2241                 3062.2873                 3085.6176             10115 
     3092.1114                 3115.3914                 3138.1233             10116 
     3155.0114                 3201.6968                 3806.0569             10117 
Zero-point correction (Hartree): 0.140187 10118 
 10119 
HOCHCCH3CH2CH2OO.Zgppt 10120 
~~~~~~~~~~~~~~~~~~~~~~ 10121 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45053934  10122 
Electronic state : 2-A 10123 
Cartesian coordinates (Angs): 10124 
     C      -1.451259      0.979163      -0.222332 10125 
     C      -1.140884     -0.268690       0.103488 10126 
     C       0.033012     -0.571021       0.992191 10127 
     C       1.204235     -1.175474       0.235921 10128 
     O       1.720483     -0.246319      -0.742162 10129 
     O       2.350518      0.735054      -0.172919 10130 
     O      -0.750905      2.051340       0.251475 10131 
     H      -2.292076      1.204611      -0.869038 10132 
     C      -1.948873     -1.422287      -0.410435 10133 
     H       0.381536      0.331125       1.491996 10134 
     H      -0.260136     -1.289196       1.763415 10135 
     H       2.025859     -1.431021       0.902989 10136 
     H       0.917013     -2.045772      -0.351916 10137 
     H      -1.030789      2.852096      -0.193360 10138 
     H      -2.767359     -1.083959      -1.044064 10139 
     H      -2.374184     -1.998170       0.415019 10140 
     H      -1.338005     -2.110464      -0.999191 10141 
Rotational constants (GHz):    2.5793500    1.6307200    1.1579300 10142 
Vibrational harmonic frequencies (cm-1): 10143 
       23.6969                   58.4108                  132.3345             10144 
      164.5839                  199.0826                  216.6921             10145 
      280.8366                  320.5261                  381.6193             10146 
      386.6381                  528.8669                  572.3737             10147 
      614.8579                  776.2974                  854.9305             10148 
      893.9685                  973.2870                  992.2028             10149 
     1030.1971                 1072.2597                 1095.1143             10150 
     1184.1722                 1200.4864                 1231.9331             10151 
     1262.4902                 1303.4023                 1328.5719             10152 
     1356.8879                 1397.4897                 1415.4413             10153 
     1423.4672                 1472.9296                 1483.7819             10154 
     1495.5237                 1502.2582                 1800.5278             10155 
     3044.4417                 3056.4649                 3090.8389             10156 
     3096.1945                 3134.4264                 3134.7851             10157 
     3154.8935                 3177.6820                 3922.3740             10158 
Zero-point correction (Hartree): 0.139516 10159 
 10160 
HOCHCCH3CH2CH2OO.Zgptc 10161 
~~~~~~~~~~~~~~~~~~~~~~ 10162 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45306200  10163 
Electronic state : 2-A 10164 
Cartesian coordinates (Angs): 10165 
     C      -1.371459      1.110287      -0.212460 10166 
     C      -1.279054     -0.192751       0.039897 10167 
     C      -0.238619     -0.760398       0.970525 10168 
     C       1.076458     -1.083310       0.289359 10169 
     O       1.692400      0.187561      -0.031864 10170 
     O       2.794303      0.047624      -0.699848 10171 
     O      -0.565969      2.095075       0.262908 10172 
     H      -2.159874      1.507199      -0.839848 10173 
     C      -2.218373     -1.170693      -0.601847 10174 
     H      -0.038244     -0.078086       1.801032 10175 
     H      -0.616913     -1.684079       1.412400 10176 
     H       1.770432     -1.617850       0.936960 10177 
     H       0.946632     -1.624807      -0.646736 10178 
     H       0.302756      1.738926       0.479120 10179 
     H      -2.920348     -0.670727      -1.267018 10180 
     H      -2.789432     -1.717126       0.152526 10181 
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     H      -1.674596     -1.914337      -1.190851 10182 
Rotational constants (GHz):    2.8029500    1.4171900    1.0897600 10183 
Vibrational harmonic frequencies (cm-1): 10184 
       57.3231                   80.2590                  130.1165             10185 
      196.3217                  214.8427                  249.4889             10186 
      312.0548                  331.1202                  379.1148             10187 
      419.9506                  492.9681                  589.0586             10188 
      621.0146                  776.7252                  853.3318             10189 
      924.1319                  978.4966                 1023.9317             10190 
     1044.5439                 1072.3649                 1089.5633             10191 
     1187.7336                 1201.8755                 1242.6615             10192 
     1288.0289                 1295.5147                 1324.7652             10193 
     1375.5354                 1395.8599                 1414.3787             10194 
     1424.0857                 1480.8590                 1485.3804             10195 
     1499.6902                 1502.5269                 1768.9913             10196 
     3039.1369                 3057.5259                 3085.6433             10197 
     3086.1935                 3104.6398                 3138.6926             10198 
     3146.6525                 3200.4163                 3835.2996             10199 
Zero-point correction (Hartree): 0.139922 10200 
 10201 
HOCHCCH3CH2CH2OO.Zgtmt 10202 
~~~~~~~~~~~~~~~~~~~~~~ 10203 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45141848  10204 
Electronic state : 2-A 10205 
Cartesian coordinates (Angs): 10206 
     C       1.910795      0.759196       0.121764 10207 
     C       1.289882     -0.377677      -0.163657 10208 
     C      -0.151579     -0.373830      -0.595839 10209 
     C      -1.058966     -0.353502       0.623931 10210 
     O      -2.443031     -0.497986       0.240163 10211 
     O      -2.891044      0.578278      -0.330829 10212 
     O       1.269773      1.963812       0.025290 10213 
     H       2.943778      0.787010       0.449125 10214 
     C       1.978439     -1.700807      -0.021869 10215 
     H      -0.376871      0.502971      -1.201488 10216 
     H      -0.368963     -1.266471      -1.184824 10217 
     H      -0.873423     -1.199722       1.283912 10218 
     H      -0.959773      0.582450       1.170849 10219 
     H       1.885295      2.681120       0.181772 10220 
     H       2.995821     -1.587669       0.349828 10221 
     H       2.019433     -2.220512      -0.981357 10222 
     H       1.437702     -2.352289       0.669216 10223 
Rotational constants (GHz):    3.1249400    1.1802200    0.9183300 10224 
Vibrational harmonic frequencies (cm-1): 10225 
       43.1009                   58.2287                  115.8739             10226 
      165.0305                  197.0364                  238.2868             10227 
      252.7400                  310.3572                  332.7529             10228 
      401.3085                  536.1713                  573.7785             10229 
      594.5100                  790.6777                  875.4494             10230 
      885.5576                  963.3209                 1008.2226             10231 
     1055.7709                 1071.9139                 1084.4082             10232 
     1192.6253                 1201.1349                 1234.1893             10233 
     1271.0156                 1303.6814                 1323.4556             10234 
     1342.5573                 1394.4848                 1404.8444             10235 
     1422.0094                 1481.0544                 1484.2054             10236 
     1496.6169                 1504.6700                 1794.8701             10237 
     3045.1051                 3073.9297                 3094.3677             10238 
     3096.8570                 3130.5898                 3137.3229             10239 
     3160.9014                 3185.7677                 3918.9888             10240 
Zero-point correction (Hartree): 0.139537 10241 
 10242 
HOCHCCH3CH2CH2OO.Zgtpc 10243 
~~~~~~~~~~~~~~~~~~~~~~ 10244 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45153269  10245 
Electronic state : 2-A 10246 
Cartesian coordinates (Angs): 10247 
     C      -2.172461     -0.321246       0.095284 10248 
     C      -1.165908      0.518131      -0.127722 10249 
     C       0.187291      0.041686      -0.584998 10250 
     C       1.068171     -0.279022       0.612972 10251 
     O       2.385520     -0.687902       0.189328 10252 
     O       3.064743      0.317159      -0.272783 10253 
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     O      -2.164945     -1.672241      -0.066668 10254 
     H      -3.137976      0.022345       0.441649 10255 
     C      -1.322705      1.991198       0.109069 10256 
     H       0.126622     -0.838889      -1.230495 10257 
     H       0.680113      0.819819      -1.169329 10258 
     H       1.185360      0.584699       1.265590 10259 
     H       0.686718     -1.124351       1.183673 10260 
     H      -1.320539     -1.962562      -0.423113 10261 
     H      -2.308195      2.227326       0.506967 10262 
     H      -1.184559      2.550868      -0.818376 10263 
     H      -0.576415      2.360131       0.816786 10264 
Rotational constants (GHz):    3.3818200    1.0889300    0.8774500 10265 
Vibrational harmonic frequencies (cm-1): 10266 
       47.0904                   59.3591                  123.6889             10267 
      170.7596                  199.3611                  262.7582             10268 
      289.7434                  348.5679                  378.5753             10269 
      401.8149                  542.5799                  582.9100             10270 
      584.9880                  790.7431                  859.8135             10271 
      922.9408                  969.4043                 1012.0313             10272 
     1055.9308                 1070.7385                 1080.7951             10273 
     1181.8975                 1203.1236                 1241.7774             10274 
     1275.1277                 1291.2127                 1326.6449             10275 
     1338.6892                 1396.8576                 1407.5070             10276 
     1424.5132                 1482.0798                 1488.2826             10277 
     1500.1410                 1517.0705                 1774.5180             10278 
     3046.0285                 3051.1932                 3094.0154             10279 
     3095.2825                 3107.2019                 3139.8687             10280 
     3155.7517                 3215.6197                 3868.0294             10281 
Zero-point correction (Hartree): 0.139827 10282 
 10283 
HOCHCCH3CH2CH2OO.Zgtpt 10284 
~~~~~~~~~~~~~~~~~~~~~~ 10285 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45212613  10286 
Electronic state : 2-A 10287 
Cartesian coordinates (Angs): 10288 
     C       2.127603     -0.341528      -0.095140 10289 
     C       1.165326      0.542943       0.129471 10290 
     C      -0.187364      0.093080       0.611583 10291 
     C      -1.043209     -0.328801      -0.571457 10292 
     O      -2.372897     -0.693155      -0.141944 10293 
     O      -3.062456      0.351967       0.198994 10294 
     O       1.924794     -1.681023       0.107142 10295 
     H       3.108102     -0.051935      -0.454980 10296 
     C       1.367680      2.004129      -0.131708 10297 
     H      -0.093737     -0.750153       1.295365 10298 
     H      -0.694026      0.907621       1.130262 10299 
     H      -1.146821      0.470655      -1.304120 10300 
     H      -0.647740     -1.226149      -1.042759 10301 
     H       2.747212     -2.160115      -0.002551 10302 
     H       2.358161      2.207788      -0.536103 10303 
     H       1.245541      2.581101       0.787141 10304 
     H       0.627563      2.379937      -0.842295 10305 
Rotational constants (GHz):    3.3237100    1.1223700    0.8913600 10306 
Vibrational harmonic frequencies (cm-1): 10307 
       44.5717                   62.7876                  124.9787             10308 
      165.7322                  198.6336                  247.3023             10309 
      251.3303                  323.5266                  341.8888             10310 
      388.0639                  534.2879                  585.8553             10311 
      590.3510                  792.7493                  869.2410             10312 
      883.3122                  966.9106                 1011.3992             10313 
     1053.3917                 1076.6941                 1081.4453             10314 
     1191.2637                 1199.1809                 1233.0549             10315 
     1281.3985                 1292.1512                 1332.3943             10316 
     1337.5528                 1393.4216                 1403.6697             10317 
     1422.3264                 1480.7076                 1484.0234             10318 
     1495.7953                 1503.7741                 1794.3768             10319 
     3046.1018                 3078.2855                 3095.8321             10320 
     3096.8492                 3128.8474                 3136.0435             10321 
     3162.9429                 3187.1175                 3917.9089             10322 
Zero-point correction (Hartree): 0.139628 10323 
 10324 
HOCHCCH3CH2CH2OO.Zgttc 10325 
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~~~~~~~~~~~~~~~~~~~~~~ 10326 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45042784  10327 
Electronic state : 2-A 10328 
Cartesian coordinates (Angs): 10329 
     C       2.104641     -0.568463      -0.240010 10330 
     C       1.312290      0.440597       0.107703 10331 
     C      -0.027993      0.218210       0.760028 10332 
     C      -1.112626      0.082160      -0.291915 10333 
     O      -2.377396     -0.051830       0.392218 10334 
     O      -3.360089     -0.181256      -0.444657 10335 
     O       1.870417     -1.896168      -0.060880 10336 
     H       3.059988     -0.404822      -0.720364 10337 
     C       1.705336      1.861328      -0.170639 10338 
     H      -0.036159     -0.666473       1.402354 10339 
     H      -0.266928      1.063845       1.407142 10340 
     H      -1.175497      0.961918      -0.931327 10341 
     H      -0.976950     -0.802550      -0.913781 10342 
     H       1.034099     -2.032532       0.393316 10343 
     H       2.655471      1.914321      -0.699395 10344 
     H       1.798883      2.428605       0.757942 10345 
     H       0.953749      2.368736      -0.780328 10346 
Rotational constants (GHz):    3.3294000    1.0160900    0.8374500 10347 
Vibrational harmonic frequencies (cm-1): 10348 
       38.7932                   77.6442                   94.8878             10349 
      139.8178                  200.9508                  250.4780             10350 
      290.2145                  327.8353                  372.3155             10351 
      417.0661                  482.9092                  583.9397             10352 
      592.0907                  785.2912                  855.9910             10353 
      925.0215                 1001.1203                 1021.6723             10354 
     1060.4102                 1069.2113                 1106.8713             10355 
     1179.7885                 1189.0477                 1240.3022             10356 
     1286.7704                 1294.3287                 1310.4366             10357 
     1338.5068                 1401.1275                 1410.1341             10358 
     1425.0838                 1483.4063                 1498.2418             10359 
     1503.4465                 1519.3107                 1774.2744             10360 
     3045.0797                 3053.4774                 3085.9181             10361 
     3093.3019                 3098.8228                 3140.5612             10362 
     3143.5995                 3217.9271                 3868.9362             10363 
Zero-point correction (Hartree): 0.139643 10364 
 10365 
HOCHCCH3CH2CH2OO.Zgttt 10366 
~~~~~~~~~~~~~~~~~~~~~~ 10367 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45104760  10368 
Electronic state : 2-A 10369 
Cartesian coordinates (Angs): 10370 
     C      -2.053189      0.599099      -0.225343 10371 
     C      -1.317933     -0.453371       0.106343 10372 
     C       0.021659     -0.269816       0.769411 10373 
     C       1.093315     -0.063957      -0.283016 10374 
     O       2.369121      0.010541       0.392306 10375 
     O       3.344002      0.172234      -0.447333 10376 
     O      -1.626086      1.874716       0.028101 10377 
     H      -3.014937      0.501082      -0.715376 10378 
     C      -1.764448     -1.849604      -0.202493 10379 
     H       0.006837      0.594417       1.432625 10380 
     H       0.267704     -1.151374       1.363568 10381 
     H       1.148329     -0.892628      -0.988741 10382 
     H       0.949566      0.869895      -0.824176 10383 
     H      -2.309986      2.504765      -0.202678 10384 
     H      -2.716664     -1.859774      -0.730790 10385 
     H      -1.874359     -2.432432       0.714363 10386 
     H      -1.029221     -2.367983      -0.822790 10387 
Rotational constants (GHz):    3.3026200    1.0414100    0.8528300 10388 
Vibrational harmonic frequencies (cm-1): 10389 
       35.2380                   76.3247                   96.6421             10390 
      134.4576                  191.2049                  232.7439             10391 
      239.3380                  307.2442                  337.3690             10392 
      392.6337                  476.7409                  587.3282             10393 
      593.6222                  784.7065                  865.6428             10394 
      884.6411                 1000.0943                 1019.4168             10395 
     1061.7149                 1066.9938                 1109.0101             10396 
     1185.1855                 1197.6959                 1224.3470             10397 
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     1291.9015                 1296.4355                 1313.5955             10398 
     1338.5135                 1394.3958                 1409.3311             10399 
     1422.4374                 1481.1256                 1490.5724             10400 
     1501.6101                 1505.9176                 1795.8774             10401 
     3045.8563                 3073.8538                 3087.7664             10402 
     3095.3978                 3123.9218                 3137.3848             10403 
     3150.5048                 3187.7628                 3918.4496             10404 
Zero-point correction (Hartree): 0.139339 10405 
 10406 
HOCHCCH3CH2CH2OO.Zlpmt 10407 
~~~~~~~~~~~~~~~~~~~~~~ 10408 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45151641  10409 
Electronic state : 2-A 10410 
Cartesian coordinates (Angs): 10411 
     C       1.709130     -0.226743      -0.323255 10412 
     C       0.795301      0.611124       0.149026 10413 
     C      -0.135776      0.198069       1.251049 10414 
     C      -1.593007      0.117408       0.813127 10415 
     O      -1.758911     -0.884811      -0.205799 10416 
     O      -1.500924     -0.409033      -1.388435 10417 
     O       1.864615     -1.493909       0.166624 10418 
     H       2.384572      0.062005      -1.120454 10419 
     C       0.651378      1.990819      -0.417397 10420 
     H       0.163263     -0.765875       1.658631 10421 
     H      -0.093554      0.929779       2.064129 10422 
     H      -2.229950     -0.209878       1.632958 10423 
     H      -1.960679      1.057390       0.405589 10424 
     H       2.506297     -1.971295      -0.360311 10425 
     H      -0.318260      2.112806      -0.904269 10426 
     H       1.422064      2.196291      -1.158778 10427 
     H       0.725858      2.746742       0.368080 10428 
Rotational constants (GHz):    2.4927700    1.5844300    1.3619900 10429 
Vibrational harmonic frequencies (cm-1): 10430 
       38.5354                   95.0414                  105.8187             10431 
      171.9951                  201.3511                  235.2032             10432 
      277.7503                  319.9738                  379.0078             10433 
      387.2898                  530.7926                  560.7205             10434 
      611.0331                  778.5857                  863.2415             10435 
      888.8703                  973.1139                  999.1345             10436 
     1033.8970                 1072.5724                 1078.9874             10437 
     1185.7482                 1204.4895                 1233.3178             10438 
     1243.8367                 1315.2524                 1326.5390             10439 
     1359.1635                 1393.7535                 1416.5175             10440 
     1419.5859                 1471.0735                 1483.8980             10441 
     1491.5533                 1505.6461                 1794.0954             10442 
     3046.5267                 3048.6438                 3096.0378             10443 
     3101.3892                 3132.5287                 3136.3074             10444 
     3157.4578                 3183.7466                 3922.8972             10445 
Zero-point correction (Hartree): 0.139590 10446 
 10447 
HOCHCCH3CH2CH2OO.Zlppt 10448 
~~~~~~~~~~~~~~~~~~~~~~ 10449 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45063142  10450 
Electronic state : 2-A 10451 
Cartesian coordinates (Angs): 10452 
     C       1.819552     -0.330908      -0.295792 10453 
     C       0.907450      0.556593       0.077349 10454 
     C      -0.151373      0.204237       1.084539 10455 
     C      -1.554601      0.556428       0.624112 10456 
     O      -1.857585     -0.056339      -0.648478 10457 
     O      -1.921103     -1.348537      -0.548453 10458 
     O       1.866143     -1.596525       0.219269 10459 
     H       2.588540     -0.082635      -1.018835 10460 
     C       0.908945      1.941423      -0.497872 10461 
     H      -0.110448     -0.857348       1.317768 10462 
     H       0.020190      0.753581       2.016356 10463 
     H      -2.305341      0.217826       1.336218 10464 
     H      -1.677583      1.621621       0.436252 10465 
     H       2.486993     -2.129793      -0.278425 10466 
     H       1.785546      2.109178      -1.121442 10467 
     H       0.908141      2.695031       0.293948 10468 
     H       0.024480      2.117110      -1.114549 10469 
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Rotational constants (GHz):    2.5875400    1.5287200    1.1667400 10470 
Vibrational harmonic frequencies (cm-1): 10471 
       25.7644                   49.2800                  143.5286             10472 
      167.0971                  194.1854                  236.4249             10473 
      278.4320                  313.8739                  362.1245             10474 
      405.1788                  512.5127                  567.3335             10475 
      624.1476                  775.2516                  848.2362             10476 
      891.7903                  976.0122                  984.2137             10477 
     1030.8415                 1070.1423                 1099.5314             10478 
     1187.0526                 1205.5319                 1235.7481             10479 
     1259.3822                 1295.7444                 1330.1128             10480 
     1357.1006                 1401.9563                 1418.2209             10481 
     1421.4405                 1472.1631                 1484.9152             10482 
     1492.4410                 1509.2736                 1800.8498             10483 
     3041.9735                 3043.3968                 3091.0038             10484 
     3098.1414                 3136.7252                 3141.4738             10485 
     3157.9596                 3179.4653                 3920.8526             10486 
Zero-point correction (Hartree): 0.139512 10487 
 10488 
HOCHCCH3CH2CH2OO.Zlptt 10489 
~~~~~~~~~~~~~~~~~~~~~~ 10490 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45028605  10491 
Electronic state : 2-A 10492 
Cartesian coordinates (Angs): 10493 
     C      -1.999039      0.048185      -0.452034 10494 
     C      -0.949007     -0.534742       0.109762 10495 
     C      -0.098358      0.197613       1.112093 10496 
     C       1.387094      0.049875       0.860514 10497 
     O       1.669237      0.580826      -0.453851 10498 
     O       2.902767      0.373239      -0.795236 10499 
     O      -2.371765      1.330853      -0.154412 10500 
     H      -2.623033     -0.474901      -1.167680 10501 
     C      -0.587990     -1.950106      -0.229491 10502 
     H      -0.365097      1.252916       1.129000 10503 
     H      -0.285842     -0.197648       2.115933 10504 
     H       1.981323      0.618614       1.574282 10505 
     H       1.718042     -0.987696       0.863734 10506 
     H      -3.072826      1.612212      -0.743375 10507 
     H      -1.339358     -2.404120      -0.873313 10508 
     H      -0.502860     -2.560579       0.673214 10509 
     H       0.371533     -2.003091      -0.748869 10510 
Rotational constants (GHz):    3.1424900    1.1632600    1.0333300 10511 
Vibrational harmonic frequencies (cm-1): 10512 
       31.1387                   57.4874                  108.7861             10513 
      193.6568                  213.3292                  241.8764             10514 
      280.4807                  312.9197                  337.6982             10515 
      395.8865                  470.8439                  561.6418             10516 
      628.8962                  777.3126                  841.8577             10517 
      886.3631                  973.2580                 1014.9300             10518 
     1045.7805                 1075.9053                 1095.4822             10519 
     1182.3439                 1204.6011                 1236.3738             10520 
     1270.4945                 1298.6339                 1322.9877             10521 
     1356.8018                 1401.3671                 1418.2395             10522 
     1424.0884                 1470.8202                 1485.0320             10523 
     1497.3576                 1514.2876                 1801.0893             10524 
     3043.5390                 3045.9127                 3091.0014             10525 
     3095.0292                 3129.7364                 3138.1720             10526 
     3148.3095                 3183.1646                 3920.9824             10527 
Zero-point correction (Hartree): 0.139483 10528 
 10529 
HOCHCCH3CH2CH2OO.Zpmtc 10530 
~~~~~~~~~~~~~~~~~~~~~~ 10531 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.44892315  10532 
Electronic state : 2-A 10533 
Cartesian coordinates (Angs): 10534 
     C       1.225893      1.208723       0.077346 10535 
     C       1.410632     -0.105668      -0.028430 10536 
     C       0.343809     -1.167296      -0.161927 10537 
     C      -1.005756     -0.923354       0.481733 10538 
     O      -1.808500     -0.110126      -0.414995 10539 
     O      -3.030709      0.014428       0.005569 10540 
     O       0.073591      1.925072       0.060217 10541 
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     H       2.079423      1.862132       0.207285 10542 
     C       2.814589     -0.644409      -0.047855 10543 
     H       0.183558     -1.430688      -1.213029 10544 
     H       0.736846     -2.074807       0.302965 10545 
     H      -1.558074     -1.849666       0.622762 10546 
     H      -0.932562     -0.385217       1.426376 10547 
     H      -0.657800      1.417526      -0.308304 10548 
     H       3.551357      0.153489       0.021877 10549 
     H       3.006202     -1.197355      -0.971065 10550 
     H       2.980993     -1.338376       0.779600 10551 
Rotational constants (GHz):    3.6361300    1.2623400    0.9796100 10552 
Vibrational harmonic frequencies (cm-1): 10553 
       19.6519                   76.2984                  145.2685             10554 
      207.5452                  220.5482                  267.3857             10555 
      294.9970                  345.4938                  349.8160             10556 
      448.9702                  518.0648                  563.8675             10557 
      624.1732                  787.7658                  832.0384             10558 
      925.1017                 1004.3463                 1016.8289             10559 
     1036.8728                 1075.0445                 1108.9520             10560 
     1184.7616                 1207.4077                 1234.1039             10561 
     1280.7706                 1305.7384                 1323.5230             10562 
     1391.9311                 1412.2769                 1419.7006             10563 
     1431.2856                 1463.8643                 1485.3120             10564 
     1500.8632                 1503.7261                 1772.1061             10565 
     3039.4061                 3041.9396                 3077.8754             10566 
     3087.7320                 3096.2801                 3142.7642             10567 
     3155.4912                 3200.5034                 3814.3305             10568 
Zero-point correction (Hartree): 0.139977 10569 
 10570 
HOCHCCH3CH2CH2OO.Zptpc 10571 
~~~~~~~~~~~~~~~~~~~~~~ 10572 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.45311898  10573 
Electronic state : 2-A 10574 
Cartesian coordinates (Angs): 10575 
     C      -1.337776      1.167113       0.144008 10576 
     C      -1.356078     -0.137348      -0.121298 10577 
     C      -0.086233     -0.827402      -0.549217 10578 
     C       0.933326     -0.932568       0.592911 10579 
     O       2.279812     -0.698882       0.113257 10580 
     O       2.414009      0.523274      -0.297511 10581 
     O      -0.265061      1.992419       0.069056 10582 
     H      -2.225219      1.700550       0.458868 10583 
     C      -2.610523     -0.947993       0.004703 10584 
     H      -0.305186     -1.817407      -0.945692 10585 
     H       0.390244     -0.264818      -1.356330 10586 
     H       0.747120     -0.187308       1.364677 10587 
     H       0.975110     -1.922479       1.039906 10588 
     H       0.546981      1.524914      -0.173442 10589 
     H      -2.881161     -1.403777      -0.950454 10590 
     H      -3.446566     -0.332927       0.334061 10591 
     H      -2.487689     -1.762045       0.723351 10592 
Rotational constants (GHz):    3.2290800    1.3886100    1.0409300 10593 
Vibrational harmonic frequencies (cm-1): 10594 
       70.9878                   75.4034                  181.5667             10595 
      196.5113                  214.0703                  295.3972             10596 
      296.6820                  349.5854                  401.9228             10597 
      527.4069                  567.3644                  592.9057             10598 
      606.8148                  804.7100                  871.8093             10599 
      930.0972                  964.8976                 1014.9382             10600 
     1033.8493                 1073.4721                 1075.2889             10601 
     1200.6918                 1213.1969                 1246.7772             10602 
     1288.4881                 1302.6108                 1325.8487             10603 
     1368.4561                 1398.8044                 1406.8098             10604 
     1423.7255                 1482.5153                 1494.0460             10605 
     1503.4373                 1508.8030                 1762.0564             10606 
     3042.6950                 3059.0856                 3090.0887             10607 
     3100.2097                 3121.8062                 3137.0446             10608 
     3166.2918                 3210.1517                 3747.9121             10609 
Zero-point correction (Hartree): 0.140671 10610 
 10611 
 10612 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Zh 10613 
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~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10614 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82290136  10615 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74780200  10616 
     T1 diagnostic:  0.027632  10617 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.68959699  10618 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.72757334  10619 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.70732238  10620 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74089315  10621 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15569713  10622 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13522923  10623 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.42867123  10624 
Electronic state : 2-A 10625 
Cartesian coordinates (Angs): 10626 
     C      -0.225486      1.261185      -0.046634 10627 
     C      -1.014997      0.183361       0.288575 10628 
     C      -0.363531     -0.892676       1.084760 10629 
     C       0.671914     -1.572693       0.150479 10630 
     O       1.553838     -0.605444      -0.371589 10631 
     O       0.868505      0.186239      -1.267089 10632 
     O       0.726247      1.683063       0.817033 10633 
     H      -0.561307      1.977356      -0.789752 10634 
     C      -2.230068     -0.138468      -0.510283 10635 
     H       0.163980     -0.494518       1.949035 10636 
     H      -1.084801     -1.640822       1.415571 10637 
     H       1.293669     -2.278879       0.700038 10638 
     H       0.165493     -2.081734      -0.672729 10639 
     H       1.456220      2.067705       0.320778 10640 
     H      -2.071248     -1.044599      -1.103181 10641 
     H      -2.493173      0.669297      -1.190938 10642 
     H      -3.084554     -0.328926       0.142964 10643 
Rotational constants (GHz):    2.5274700    2.1855300    1.6981700 10644 
Vibrational harmonic frequencies (cm-1): 10645 
     i607.7865                  138.5662                  158.4735             10646 
      173.2502                  238.6210                  275.5832             10647 
      323.6091                  378.7176                  434.5920             10648 
      442.6917                  493.6161                  596.9295             10649 
      629.7035                  804.2215                  874.7583             10650 
      916.7996                  979.4077                  996.0024             10651 
     1008.2363                 1035.3478                 1071.6900             10652 
     1083.2220                 1187.9358                 1218.4413             10653 
     1238.7452                 1263.3048                 1313.8985             10654 
     1321.9079                 1364.1076                 1396.5419             10655 
     1416.4615                 1474.0568                 1476.2740             10656 
     1485.8078                 1494.4816                 1580.6759             10657 
     3035.2683                 3061.8629                 3082.5547             10658 
     3086.4816                 3128.0387                 3140.5013             10659 
     3146.2336                 3165.6929                 3852.5523             10660 
Zero-point correction (Hartree): 0.138936 10661 
 10662 
TS.HOCHCCH3CH2CH2OO.cycHOCHCCH3CH2CH2OO.Zp 10663 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10664 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.82459295  10665 
E(CCSD/Aug-CC-pVTZ) (Hartree): -420.74901814  10666 
     T1 diagnostic:  0.026545  10667 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.69314458  10668 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.73006351  10669 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.71010883  10670 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.74269577  10671 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.15379424  10672 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.13410207  10673 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.42980062  10674 
Electronic state : 2-A 10675 
Cartesian coordinates (Angs): 10676 
     C       0.264881      1.272855      -0.006594 10677 
     C       1.007221      0.142348      -0.318909 10678 
     C       0.312532     -0.947264      -1.060958 10679 
     C      -0.752520     -1.543270      -0.111180 10680 
     O      -1.543094     -0.494526       0.416411 10681 
     O      -0.761392      0.238666       1.298738 10682 
     O      -0.752451      1.742482      -0.753384 10683 
     H       0.698749      2.032966       0.632045 10684 
     C       2.234549     -0.182764       0.460105 10685 
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     H      -0.185913     -0.568288      -1.954860 10686 
     H       1.007489     -1.731098      -1.362977 10687 
     H      -1.439278     -2.204613      -0.639172 10688 
     H      -0.278491     -2.076997       0.713862 10689 
     H      -1.414245      1.040369      -0.847075 10690 
     H       2.049751     -1.019782       1.140764 10691 
     H       2.570915      0.664760       1.054642 10692 
     H       3.046541     -0.481714      -0.206128 10693 
Rotational constants (GHz):    2.5474400    2.2040800    1.7088700 10694 
Vibrational harmonic frequencies (cm-1): 10695 
     i589.2412                  148.4698                  166.7360             10696 
      186.3656                  244.1548                  319.1700             10697 
      376.0619                  425.6069                  442.8246             10698 
      467.7017                  500.0235                  595.2845             10699 
      636.0796                  795.4367                  881.5022             10700 
      903.5941                  973.4984                  995.5179             10701 
     1005.8630                 1031.3427                 1069.6499             10702 
     1073.5617                 1184.2861                 1214.3732             10703 
     1262.1894                 1269.6616                 1312.8932             10704 
     1340.3680                 1369.4256                 1395.9655             10705 
     1416.7420                 1475.8834                 1481.4894             10706 
     1487.0234                 1499.0715                 1554.8259             10707 
     3035.0817                 3069.2795                 3071.9588             10708 
     3088.6041                 3120.4220                 3135.5229             10709 
     3141.8760                 3197.3187                 3731.1289             10710 
Zero-point correction (Hartree): 0.139182 10711 
 10712 
 10713 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Zc 10714 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10715 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41388538  10716 
Electronic state : 2-A 10717 
Cartesian coordinates (Angs): 10718 
     O      -1.953200      0.709729      -0.843874 10719 
     H      -1.081665      1.382104      -0.240421 10720 
     C      -0.088042      1.598713       0.548536 10721 
     O      -2.176009     -0.349107       0.009137 10722 
     C       0.726041      0.401034       0.371658 10723 
     C      -1.110227     -1.286587      -0.097239 10724 
     C       0.083660     -0.903718       0.775320 10725 
     H      -0.639485      1.655303       1.485836 10726 
     H       0.370484      2.537415       0.253653 10727 
     C       1.930202      0.489202      -0.211689 10728 
     O       2.779922     -0.520931      -0.504577 10729 
     H       2.344672      1.445286      -0.502068 10730 
     H      -1.537182     -2.229748       0.245099 10731 
     H      -0.827718     -1.372330      -1.147986 10732 
     H       0.790085     -1.738092       0.760909 10733 
     H      -0.266085     -0.821483       1.807747 10734 
     H       2.391381     -1.367842      -0.267779 10735 
Rotational constants (GHz):    3.5653900    1.3311700    1.1269500 10736 
Vibrational harmonic frequencies (cm-1): 10737 
    i2089.6467                   73.3864                  144.2458             10738 
      252.2848                  254.3888                  295.2603             10739 
      348.6658                  402.9211                  446.4342             10740 
      498.5905                  580.1781                  589.5122             10741 
      631.7255                  644.0132                  781.6250             10742 
      877.4454                  914.9174                  957.1782             10743 
     1014.4730                 1019.6854                 1050.7670             10744 
     1089.1779                 1119.6484                 1187.5560             10745 
     1205.4486                 1238.3923                 1283.2037             10746 
     1302.1902                 1329.7816                 1360.7501             10747 
     1395.0488                 1421.0353                 1461.2732             10748 
     1480.4697                 1489.5087                 1522.7000             10749 
     1708.9601                 3049.8736                 3067.4395             10750 
     3089.7423                 3096.8584                 3127.0348             10751 
     3191.0539                 3217.8402                 3869.7027             10752 
Zero-point correction (Hartree): 0.134600 10753 
 10754 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.a.Zt 10755 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10756 
E(CCSD(T)/Aug-CC-pVTZ) (Hartree): -420.80534605  10757 
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E(CCSD/Aug-CC-pVTZ) (Hartree): -420.73022356  10758 
     T1 diagnostic:  0.025215  10759 
E(MP2/Aug-CC-pVTZ) (Hartree): -420.67701734  10760 
E(MP3/Aug-CC-pVTZ) (Hartree): -420.71328940  10761 
E(PMP2/Aug-CC-pVTZ) (Hartree): -420.69250327  10762 
E(PMP3/Aug-CC-pVTZ) (Hartree): -420.72444558  10763 
E(PUHF/Aug-CC-pVTZ) (Hartree): -419.13115853  10764 
E(UHF/Aug-CC-pVTZ) (Hartree): -419.11271414  10765 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41444056  10766 
Electronic state : 2-A 10767 
Cartesian coordinates (Angs): 10768 
     O      -1.958174      0.689970      -0.852131 10769 
     H      -1.100700      1.371563      -0.255314 10770 
     C      -0.107906      1.612556       0.537761 10771 
     O      -2.173687     -0.365790       0.004806 10772 
     C       0.708535      0.416080       0.378459 10773 
     C      -1.093869     -1.293638      -0.088837 10774 
     C       0.092307     -0.898487       0.784797 10775 
     H      -0.666306      1.675348       1.470149 10776 
     H       0.342921      2.551728       0.231718 10777 
     C       1.910845      0.483199      -0.203602 10778 
     O       2.663257     -0.627244      -0.435099 10779 
     H       2.336862      1.429326      -0.517010 10780 
     H      -1.514879     -2.238742       0.254936 10781 
     H      -0.805100     -1.382272      -1.137196 10782 
     H       0.835255     -1.693932       0.735464 10783 
     H      -0.255891     -0.826943       1.818525 10784 
     H       3.517194     -0.379830      -0.793344 10785 
Rotational constants (GHz):    3.5570000    1.3494100    1.1376500 10786 
Vibrational harmonic frequencies (cm-1): 10787 
    i2125.9030                   73.8258                  144.8234             10788 
      242.5021                  249.7489                  277.2143             10789 
      327.3942                  345.9792                  434.1601             10790 
      488.7135                  585.1494                  591.6852             10791 
      631.5893                  647.1744                  787.8479             10792 
      874.9232                  885.4648                  959.9891             10793 
     1010.0703                 1018.8154                 1048.2654             10794 
     1086.5471                 1119.0282                 1196.7306             10795 
     1207.3084                 1240.5505                 1248.2845             10796 
     1297.1116                 1342.5440                 1356.1230             10797 
     1389.9385                 1421.1517                 1460.2205             10798 
     1479.4794                 1483.1757                 1522.4986             10799 
     1730.6236                 3059.4946                 3072.5546             10800 
     3098.4729                 3125.9796                 3131.2908             10801 
     3185.5875                 3190.1089                 3913.8734             10802 
Zero-point correction (Hartree): 0.134375 10803 
 10804 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Zc 10805 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10806 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41379943  10807 
Electronic state : 2-A 10808 
Cartesian coordinates (Angs): 10809 
     O      -2.172289      0.392037      -0.380920 10810 
     H      -1.317307      1.295368      -0.178889 10811 
     C      -0.206735      1.814036       0.262017 10812 
     O      -1.391242     -0.629704      -0.865925 10813 
     C       0.611405      0.617457       0.350430 10814 
     C      -0.866227     -1.382095       0.221721 10815 
     C       0.006509     -0.517110       1.144415 10816 
     H      -0.575528      2.200157       1.210717 10817 
     H       0.132768      2.587840      -0.419221 10818 
     C       1.731349      0.477639      -0.376591 10819 
     O       2.518254     -0.619024      -0.430998 10820 
     H       2.115330      1.275673      -0.997117 10821 
     H      -1.684337     -1.853060       0.769799 10822 
     H      -0.276027     -2.153903      -0.274322 10823 
     H       0.755735     -1.145670       1.632699 10824 
     H      -0.605105     -0.096046       1.941020 10825 
     H       2.158878     -1.316387       0.126103 10826 
Rotational constants (GHz):    3.1329900    1.5781800    1.3050800 10827 
Vibrational harmonic frequencies (cm-1): 10828 
    i2020.1929                   84.2323                  122.3046             10829 
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      255.4016                  284.1316                  331.6035             10830 
      358.5807                  390.2188                  436.0733             10831 
      500.3482                  540.9057                  592.0663             10832 
      625.1512                  680.8618                  806.0707             10833 
      858.9725                  915.1989                  955.7221             10834 
     1018.3961                 1026.9489                 1073.6031             10835 
     1080.3392                 1124.4093                 1184.5750             10836 
     1219.6511                 1273.1274                 1280.3392             10837 
     1294.0000                 1322.8966                 1362.4060             10838 
     1385.3673                 1413.3022                 1475.8292             10839 
     1489.2252                 1497.7021                 1511.2492             10840 
     1696.0246                 3056.3752                 3066.6361             10841 
     3098.0780                 3108.6079                 3127.2132             10842 
     3190.4441                 3221.2841                 3857.8356             10843 
Zero-point correction (Hartree): 0.134853 10844 
 10845 
TS.HOCHCCH3CH2CH2OO.1-6Hshift.b.Zt 10846 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ 10847 
E(UM062X/Aug-CC-pVTZ) (Hartree): -421.41432079  10848 
Electronic state : 2-A 10849 
Cartesian coordinates (Angs): 10850 
     O      -2.168964      0.339083      -0.413326 10851 
     H      -1.346566      1.264500      -0.213022 10852 
     C      -0.251609      1.827108       0.230581 10853 
     O      -1.354748     -0.671518      -0.861320 10854 
     C       0.581625      0.646906       0.357829 10855 
     C      -0.820534     -1.388581       0.250952 10856 
     C       0.004495     -0.482768       1.174198 10857 
     H      -0.642849      2.226174       1.164337 10858 
     H       0.078148      2.591364      -0.466420 10859 
     C       1.697711      0.483597      -0.364566 10860 
     O       2.402750     -0.677734      -0.310386 10861 
     H       2.081282      1.259780      -1.015882 10862 
     H      -1.633378     -1.880493       0.788119 10863 
     H      -0.184189     -2.137160      -0.219485 10864 
     H       0.785654     -1.075760       1.647731 10865 
     H      -0.630097     -0.067457       1.955818 10866 
     H       3.189563     -0.617176      -0.854909 10867 
Rotational constants (GHz):    3.1095600    1.6159400    1.3292500 10868 
Vibrational harmonic frequencies (cm-1): 10869 
    i2067.2203                   80.7269                  124.9799             10870 
      250.6726                  266.1617                  300.6704             10871 
      356.4600                  362.9145                  392.0901             10872 
      485.5641                  539.6044                  596.8966             10873 
      623.0864                  686.1959                  811.2804             10874 
      863.2249                  869.4587                  959.7051             10875 
     1018.4655                 1026.5592                 1065.5672             10876 
     1082.7047                 1121.8113                 1197.6638             10877 
     1225.5901                 1247.1964                 1275.1394             10878 
     1282.8936                 1324.1650                 1362.3878             10879 
     1380.6641                 1412.3404                 1475.0907             10880 
     1485.7310                 1494.0201                 1503.3449             10881 
     1716.2163                 3068.8958                 3089.5693             10882 
     3101.5952                 3126.8974                 3144.1488             10883 
     3189.2682                 3192.6181                 3910.7707             10884 
Zero-point correction (Hartree): 0.134619 10885 
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