Density

0.125 ~

0.100 -

0.075 A

0.050 A

0.025 -

RUN130

complex (N =100)

0.000

-62 -60 -58 -56 -54 -52 -50
work / kcal mol~1

0.125 ~

0.100 -

0.075 -

0.050 -

0.025 -

solvent (N = 60)

direction
forward
reverse

0.000

-61 —-60 -59 —58 -57
work / kcal mol~1



