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	p.Trp691Ala-DKK1
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	ΔEvdw
	-161.88 ±4.45
	-239.39±3.85
	-178.89±4.66

	ΔEelec
	-3151.37±21.50
	-3931.55±15.49
	-3566.94±20.35

	ΔGGB
	3245.26±21.90
	4071.77±15.40
	3674.66±20.99

	ΔGSA
	-22.37±0.69
	-35.57±0.60
	-24.37±0.61

	ΔGbind
	-90.37±2.35
	-134.75±3.96
	-95.54±3.18


ΔEvdW: van der Waals energy.
ΔEelec: electrostatic energy.
ΔGGB: electrostatic contribution to solvation.
ΔGSA: non-polar contribution to solvation.
[bookmark: OLE_LINK2]ΔGbind: binding free energy. 	




