
400 300 200 100 0
work / kcal mol 1

0.0000

0.0025

0.0050

0.0075

0.0100

0.0125

De
ns

ity

complex (N = 44)

104 102 100 98 96
work / kcal mol 1

0.00

0.05

0.10

0.15

0.20
solvent (N = 60)

RUN1632

direction
forward
reverse


