Density

complex (N =69)

RUN495

solvent (N =59)

0.006 -
1.0 A
0.8 . .
0.004 - direction
0.6 + forward
reverse
0.002 - 0.4
0.2 A
0.000 1 0.0 . T : ' '
-3.2 -3.0 -2.8 —-2.6 —-2.4

—200

0
work / kcal mol~1

200

work / kcal mol~1



