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Table S1. Cartesian co-ordinates (in Angstrém) of the most stable cluster structures
found for each stoichiometry. All structures have been optimized at the RI-
MP2/aug-cc-pV(D+d)Z level.
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2.07635174 -0.304736764 0.043059533
1.291660512 0.034357179 1.300398301
1.699990464 0.907640659 -0.978633195
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-0.962667721 -2.309805153 -1.537717672
-0.877408919 -3.043143484 -0.780715593
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-1.150906163 -0.83951445 0.933733129
-1.942185926 0.274591488 0.056286524
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0.600420298 -3.230110754 0.760060986
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-0.289914566 -3.736074055 0.753832812
-0.101764723 -4.690740976 1.054176171
-0.865806429 -3.296971454 1.473155948
-0.907400719 2.194085347 1.412569415
0.087617037 2.508710113 1.417810892
0.257734196 3.050463509 0.526442382
0.283252564 3.079018638 2.238007865
-0.358983253 3.069967859 -1.5847808

0.387384332 3.62428762 -1.158834474
0.299162219 4.57463489 -1.514308207
1.263995001 3.243978328 -1.519571008
-0.215346428 -0.509785502 1.116361864

Table S2. The electronic and Gibbs free energies (at three different temperatures) of
ammonia addition reactions, in kcal mol™, used in the sensitivity analysis. All values

correspond to reactant pressures of 1 atm.
Reaction

(H2SO4)2 + NH; < (H2804)2'(NH3)

(HzSO4)2'(NH3) + NH; <« (HzSO4)2‘(NH3)2
(H2S04)2-(NH3)2 + NH; <> (H2SO4)2-(NH3);
(HzSO4)2'(NH3)3 + NH; ©& (HzSO4)2-(NH3)4

AE

-33.85
-26.20
-21.71
-26.50

AG
(298 K)
-19.71
-11.53
-7.05
-7.42

AG
(273K)
20.79
1247
-7.88
-8.45

AG
(248 K)
-21.80
-13.36
-8.66
-9.42



