Table 1: MM-PBSA free energy of GSK3-beta with it native inhibitor, known inhibitor and VPA

	
	Energy (kcal/mol)

	
	679
	SB216763
	VPA

	Van der Waal energy 
	-66.362
	-97.577
	-52.429

	Electrostatic energy 
	-31.396
	-9.106
	-23.652

	Polar solvation energy
	72.828
	85.584
	49.772

	SASA energy
	-9.037
	-11.173
	-7.797

	Binding energy
	-33.967
	-31.273
	-34.1-6
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