ATM/FFENGINE/TIP3P/HREM
DDM/FEP/MBAR/ParamChem
DD/GROMOS-53A6_glyc/SPC/MD
APR/GAFF2/TIP3P/MD-US/MBAR
APR/OFF2.0.0/TIP3P/MD-US/MBAR
APR/OFF1.2.0/TIP3P/MD-US/MBAR
MD/GAFF-RESP/TIPAPEW/MM-PBSA
MD/GAFF-RESP/TIPAPEW/MM-GBSA
MD/GAFF-RESP/TIPAPEW/MM-GBSA_2

PMF/GAFF-RESP/TIPAPEW/SMD

ppeet

10

+

_’_

+
—————

15

20
RMSE [kcal/mol]

25

30

35

40



