0.03 A

complex (N=91)

RUN3929

0.00

—-190

-180 -170 -160
work / kcal mol~1

—150

solvent (N = 80)

0.08 A
0.06 A
direction
0.04 forward
reverse
0.02 A
0.00 . . . .
—-180 -175 —-170 —-165

work / kcal mol~1



