Density

0.10 A

0.08 A

0.06 A

0.04 A

0.02 A

complex (N =76)

RUN770

0.00

—-100 -98 -96 -—-94
work / kcal mol~1

-92

-90

0.15 A

0.10 A

0.05 A

solvent (N = 60)

direction
forward
reverse

0.00

-99 -98 -97 -96 -95 -94 -93
work / kcal mol~1



