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Table S1: Summary of thermodynamic calculationsAigiexchanged faujasite zeolite.

H..rr = AH — AE is the difference between adsorption enthalpyfatii® temperature and adsorption energy at OK.
Heorr = AZPVE + AHyjp+ AHypans + AHpge

All terms are explicated in Section 2.3 of the nsumipt.

AZPVE | AH vib AH trans AH rot
AE (kJ/mol) T karmol) | (caimon | (ka/mol) (kd/mol) H corr AH (kJ/mol)
208 15 27 | 129 6.2 3.7 5.7 1120
Ag-CHl 117.7 373 27 | 165 7.8 47 6.9 11108
523 27 | 239 -10.9 65 9.3 -108.4
298.15 155 | 113 6.2 25 4.2 71035
Ag-1, -107.7 373 155 | 144 7.8 3.1 5.1 -102.6
523 155 | 206 -10.9 43 6.9 -100.8
298.15 04| 71 6.2 37 76 624
Ag-H,0 -70.0 373 104 | 101 7.8 4.7 8.1 61.9
523 104 | 166 -10.9 6.5 9.7 603
298.15 653 | 7.7 6.2 25 55 T108.9
Ag-CO 114.4 373 653 | 105 7.8 3.1 6.1 -108.3
523 653 | 163 -10.9 43 7.6 -106.8
298.15 48l | o84 6.2 25 45 733
Ag-NO 7738 373 481 | 113 7.8 3.1 5.3 725
523 a8l | 173 -10.9 43 6.9 -70.9
298.15 340 | 123 6.2 37 5.8 76.9
Ag-CH,Cl 827 373 340 | 160 7.8 4.7 7.0 757
523 340 | 234 110.9 6.5 9.4 733
208 15 216 | 105 6.2 25 4.0 5.6
Ag-Cl, 596 373 216 | 136 7.8 31 4.9 547
523 216 | 198 -10.9 43 6.7 529




