
23 22 21 20
work / kcal mol 1

0.0

0.1

0.2

0.3

De
ns

ity
complex (N = 100)

21.5 21.0 20.5 20.0 19.5 19.0
work / kcal mol 1

0.0

0.1

0.2

0.3

0.4
solvent (N = 60)

RUN29

direction
forward
reverse


