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AG (kcal/mol) gas->solute-303K
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AG (kcal/mol) lig->solute-303K
| gas-298K

u gas-303K
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CapSH CySH GSH
AA PX RX TS PX RX TS PX RX TS

E( / Hartree -247.404390 -1278.380054  -1030.946135  -1278.288852 -969.567652 -722.134999 -969.479642 -1653.089804 -1405.663242 -1653.016356
Eg / Hartree -247.421615 -1278.419258  -1030.971388  -1278.326512 -969.600493 -722.153310 -969.506735 -1653.146775 -1405.701815 -1653.060361
*E(g) cosmo / Hartree -247.421966 -1278.419584  -1030.971504  -1278.327033 -969.601291 -722.153805 -969.507506 -1653.147908 -1405.702701 -1653.061166
Activity Coefficient-298K 2.451 6.892 61.442 13.321 4.859 8.111 15.241 1.846 9.192 25.545
Activity Coefficient-303K 2.486 7.514 64.456 14.203 4.762 8.107 14.769 1.973 9.469 27.315
Misfit Energy -298K / kcal mol-1 2.849 10.414 8.451 9.902 5.946 4.267 5.638 11.513 9.737 11.218
Misfit Energy -303K / kcal mol-1 2.896 10.524 8.527 10.016 6.054 4.338 5.742 11.688 9.887 11.371
Van der Waals Energy / kcal mol-

1 -3.676 -10.544 -8.747 -10.569 -7.509 -5.567 -7.553 -13.312 -11.245 -11.795
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"Energy computed for COSMO optimized geometry

“Energy in COSMO solvent

AA=acrylamide; PX=product; RX=reactant;TS=transition state




CapSHyg) CySHg) GSH(g) CapSHyaq) CySH(aq) GSH(aq)
Imaginary mode (i cm-1) -1765.18 -1721.68 -1197.03 -1734.71 -1767.14 -1171.82
298AG* (kcal mol?) 51.140 49.718 47.896 50.725 52.052 60.570
303AG* (kcal mol?) 51.380 49.942 48.175 50.899 52.171 60.561
298AH* (kcal mol?) 36.769 36.334 31.269 38.419 41.861 52.575
303AH* (kcal mol?) 36.764 36.337 31.265 38.348 41.770 52.290
298AS* (cal mol1K1) -48.201 -44.891 -55.767 -41.274 -34.178 -26.814
303AS* (cal mol1K1) -48.216 -44.880 -55.780 -41.403 -34.310 -27.284
298 AGReact (kcal mol?) -1.269 -1.824 -1.225 -2.773 -1.954 -1.147
303AGReat (kcal mol?) -1.031 -1.619 -1.068 -2.613 -1.720 -0.900




