0.03 A

complex (N =95)

RUN2765

0.10 A
0.08 A
0.06 A
0.04 A

0.02 A

solvent (N =100)

direction
forward
reverse

0.00

0.00

—-150

—140 —-130
work / kcal mol~1

-120

-14

0.6-137.5-135.6-132.5-130.6-127.5-125.0

work / kcal mol~1



