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Figure S1. Liquid phase partial charges for BCGUA-BF, that were used for the force field. The
given partial charges reproduce the electrostatic potential of the ions (ESP charges) in the
actual liquid phase and were derived with a QM/MM approach. For chemically equivalent
atoms, only the average charge is displayed. Partial charges are given as fractions of the
elementary charge.
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CAL-B active site
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Figure S2. Partial charges in the active site of CAL-B for Ser 105, His 224 and Thr 40 that were
used for the force field. The displayed structure represents a reaction intermediate, in which
Ser 105 was acetylated with vinyl acetate. The latter two residues form strong hydrogen bonds
with the substrate. The given partial charges reproduce the electrostatic potential of the
residues (ESP charges) in the active site of CAL-B solvated in water, and were derived with a
QM/MM approach. For chemically equivalent atoms, the average charge is displayed. Partial
charges are given as fractions of the elementary charge.



