0.03 A

complex (N =99)

RUN6790

0.00

—-290

~280 -270 —260
work / kcal mol~1!

—250

solvent (N = 79)

0.08 ~
0.06 ~ :
: [direction
004 - forward
reverse
0.02 A
0.00 * T : ' '
-285 -280 =275 -270  —-265

work / kcal mol~?



