Density

0.03 A

0.02 -

0.01 ~

RUN5905

complex (N =141)

0.00

-170 -160 -150 -140 -130
work / kcal mol~1

0.06 A

0.04 A

0.02 A

solvent (N =90)

:/direction
forward
reverse

0.00
-165

-160 —155 —-150 —145
work / kcal mol~1



