0.03 A

complex (N = 36)

RUN55

0.00

—300 —250 —200 —150 —100 -50

work / kcal mol~1

0

solvent (N =53)

0.15 A
0.10 1 direction
forward
feverse
0.05 A
0.00 . . . .
-55 -50 —45 —-40

work / kcal mol~1



