0.03 A

complex (N =138)

RUN5154

0.00

—240

—-220 —-200
work / kcal mol~1

—180

0.04 ~

0.03 A

0.02 A

0.01 ~

solvent (N =90)

direction
forward
reverse

0.00

—225 =220 -215 -210 -205 -200

work / kcal mol~1



