AAG / kcal mol~1

AG / kcal mol1

RUNG631

o
N
1

o
o
1

| | | |
© o o ©
oo [e)] EN N
1 1 1 1

binding
binding (all GENS)

—37.2 A
—37.4 A
—37.6
—37.8 A

—38.0 A

® solvent
® complex

GEN




