
120 140 160 180 200 220 240
work / kcal mol 1

0.000

0.005

0.010

0.015

0.020

0.025

De
ns

ity

complex (N = 50)

152 154 156 158 160 162 164
work / kcal mol 1

0.000

0.005

0.010

0.015

0.020

0.025

solvent (N = 11)

RUN1318

direction
forward
reverse


