Density

0.006 A

0.004 -

0.002 -

complex (N=72)

RUN581

0.000

—-400

—-200 0
work / kcal mol~1

200

0.100 -

0.075 A

0.050 A

0.025 -

solvent (N = 60)

direction
forward
reverse

0.000

—-95.0 -92.5 -90.0 —87.5 —-85.0 —82.5

work / kcal mol~1



