complex (N =133)

RUN2979

solvent (N =158)

-5.0

work / kcal mol~1

60 -

0.3 A
2 0.2 40 - direction
a forward
A reverse

0.1 - 20 7

O-O T T T T T T 0 T T T

-2.5 0.0 2.5 5.0 7.5 —0.005 0.000 0.005

work / kcal mol~1



