0.03 A

complex (N =141)

RUN284

0.00

-110 -100 -90 —-80
work / kcal mol~1

-70

0.04 A

0.03 A

0.02 A

0.01 A

solvent (N = 90)

direction
forward
reverse

0.00

-105 -100 —-95 -90 -85
work / kcal mol~?



