Density

0.005 A

0.004 A

0.003 -

0.002 -

0.001 A

complex (N =70)

RUN468

0.000

—-400

—-200 0
work / kcal mol~1

200

0.10 A

0.08 A

0.06 A

0.04 A

0.02 A

solvent (N = 60)

direction
forward
reverse

0.00

—70.0 —67.5 —65.0 —62.5 —60.0 —57.5

work / kcal mol~1



