0.03 A
0.06 A

Z 0.02 0.04 -
0
C
(0]
e

0.01 A 0.02 A

0.00 0.00

RUN2590

complex (N =98)

solvent (N =100)

direction
forward
reverse

-170 —-160 —-150 —-140
work / kcal mol~1

—170.6167.5165.6162.5160.6157.5155.0

work / kcal mol™?



