Density

0.04 A

0.03 A

0.02 A

0.01 A

complex (N =143)

RUNG603

0.00

-160

-150 —-140
work / kcal mol~1

—130

0.03 A

0.02 A

0.01 A

solvent (N =87)

direction
forward
reverse

0.00

—152.5150.6-147.5145.6-142.5140.6-137.5

work / kcal mol~1



