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Gas phase structures
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Water solution structures for the last ASEP/MD cycle
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Table S1. PME parameters used during the molecular dynamics simulations.

rvdw 1.4 nm
rlist 1.3 nm
rcoulomb 1.3 nm
fourierspacing | 0.12 nm
pme-order 6

Table S2. Forward and backward free energy values (kcal/mol) in water solution corresponding
to the AG;, free energy values showed in Table 8 of the main manustript.

Forward | Backward | Average value | std
Slp - - - -
cl* | -18.58 -18.68 -18.63 0.07
cif | -30.77 | -31.10 -30.93 0.23




