Density

0.025 A

0.020 A

0.015 A

0.010 ~

0.005 A

complex (N =105)

RUN2905

0.000

—-140

-130 -120 -110
work / kcal mol~1

—-100

0.05 A

0.04 ~

0.03 A

0.02 ~

0.01 ~

solvent (N = 80)

direction
forward
reverse

0.00

—-130 —-125 —-120 —-115 —-110
work / kcal mol~1



