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Here are reported the energetic data of cluster formation calculated at the ®B97X-D/aug-
peseg-1 (Table S1) and wB97X-D/def2-SVPD (Table S2) levels of theory. Discussion about these
results are to be found in the section 3.3 of the main paper.

In addition, geometries of the clusters optimized at the ®B97X-D/6-31++G(d,p), ®B97X-
D/aug-pcseg-1 and wB97X-D/def2-SVPD levels of theory can be found in separate text files,
formatted in the standard XYZ format.



Table S1: Energetic data of cluster formation calculated at the ®B97X-D/aug-pcseg-1 level of
theory. All values are given in kcal mol™".

Configurations AE AH AG AE* AG* AEf AG"
C8H7N + HzSO4 -15.1 -16.2 -3.7

CsH;N + 2H,S0, -32.5 -34.7 -8.9 -15.1 -2.7 -17.4 -5.2
CoHoN + H,S0, -15.9 -17.0 -4.2

CoHoN + 2 H,S0, -33.3 -35.4 -9.6 -15.9 -3.4 -17.4 -5.4
CoHyNO, + H,S04 (1) -16.3 -17.2 -4.1

CoHyNO, + H,S0, (2) -13.5 -14.5 -2.6

CgHgNOz + HzSO4 (3) -12.1 -13.1 -1.3

CoHgNO, + 2H,S0,4 (1) -40.6 -42.8 -14.9 -23.2 -8.7 -244  -10.8
CoHoNO, + 2H,S04 (2)  -38.5 -40.7 -13.7 -21.1 -7.5 -22.2 -9.5
C9H9N03 + HzSO4 (1) -19.9 -20.9 -8.4

CoHyNO; + H,S0, (2) -16.4 -17.3 -4.2

CoHgNO3 + 2H,S0,4 (1)  -41.1 -43.2 -15.0 -23.6 -8.8 -21.2 -6.6
CoHgNO3 + 2H,S0,4 (2)  -36.4 -38.6 -12.9 -19.0 -6.7 -16.5 -4.5
CoHoNO; + 2H,S04 (3)  -39.3 -415 -14.0 -21.9 -7.8 -19.5 -5.7
CoHoNO; + 2H,S04 (4)  -38.5 -40.6 -12.6 -21.1 -6.4 -18.6 -4.3
CoHgNO3 + 2H,S0,4 (5)  -37.0 -39.3 -11.7 -19.6 -5.5 -17.2 -3.4
2H,S0, -17.4 -18.5 -6.2

3H,S04 -34.4 -36.5 -11.5 -17.0 -5.4

Table S2: Energetic data of cluster formation calculated at the ®B97X-D/def2-SVPD level of
theory. All values are given in kcal mol™".

Configurations AE AH AG AE* AG* AE? AG?
C8H7N + HzSO4 -15.0 -16.0 -3.7

CsHyN + 2H,S04 -329  -349 -9.7  -146 -25  -17.9 6.0
CoHoN + H,S0, -157  -16.8 -4.1

CoHyN + 2 H,S04 -334  -354 -98  -15.1 -27 176 -5.7
CoHgNO, + HpS0,4 (1)  -16.9  -177 5.1

C9H9NOZ + HzSO4 (2) -14.3 -15.2 -3.5

C9H9N02 + HZSO4 (3) -12.8 -13.8 -1.8

CoHgNO, +2H,S04 (1) -424  -445  -167  -24.0 -9.6  -254  -116
CoHgNO, +2H,S04 (2)  -39.8  -420  -151  -215 =79 -229  -10.0
CoHgNOs + HpSO4 (1) -20.7  -21.8 -9.1

C9H9NO3 + HzSO4 (2) -16.8 -17.6 -5.0

CoHgNOs +2H,S04 (1) -42.8 449  -17.1  -245  -100  -221 -8.0
CoHgNOs +2H,S04 (2)  -387  —41.0  -151  -204 -80  -18.0 6.0
CoHgNOs +2H,S04 (3)  -40.1 424  -147  -218 =75 -194 -5.6
CoHgNOs +2H,S04 (4)  -39.0  -41.1  -133  -207 -62  -183 -43
CoHgNOs +2H,S04 (5)  -383  -405  -13.1  -20.0 -59  -17.6 -4.0
2H,S0, -183  -19.4 -7.1

3H,S0, -363  -385  -135  -18.0 -6.4




