Density

0.10 A

0.08 A

0.06 A

0.04 A

0.02 A

RUN91

complex (N =97)

0.00 — .
—-107.5-10

5.0-102.5-100.0 —97.5 -95.0
work / kcal mol~1

0.100 -

0.075 A

0.050 A

0.025 A

solvent (N = 60)

direction
forward
reverse

0.000

-105 -104 -103 -102 -101
work / kcal mol~1



