Density

0.06 A

0.04 A

0.02 A

complex (N =58)

RUN854

0.00

—-195

—-190 —-185 —-180
work / kcal mol~1

-175

0.10 A

0.08 A

0.06 A

0.04 A

0.02

0.00

solvent (N = 60)

direction
forward
reverse

—-190 -188 -186 -184 -182 -180

work / kcal mol~1



