Table 7 Free binding energy of the complex systems

	System

	Van der Waal energy (kcal/mol)
	Electrostatic energy (kcal/mol)
	Polar solvation
(kcal/mol)
	SASA energy (kcal/mol)
	Binding energy (kcal/mol)

	BCL2-compound 5
	-36.93 ± 0.08
	-2.17 ± 0.04
	16.14 ± 0.10
	-3.91 ± 0.01
	-26.87 ± 0.09

	BCL2-compound 8
	-28.18 ± 0.07
	-2.36 ± 0.09
	15.52 ± 0.10
	-3.27 ± 0.01
	-18.30 ± 0.07

	MDM2-compound 5
	-31.23 ± 0.08
	-1.38 ± 0.03
	15.51 ± 0.07
	-3.56 ± 0.01
	-20.64 ± 0.08

	MDM2-compound 8
	-27.86 ± 0.08
	-1.70 ± 0.04
	11.60 ± 0.08
	-3.12 ± 0.01
	-21.07 ± 0.08

	CASP3-compound 5
	-19.02 ± 0.05
	-3.11 ± 0.04
	16.91 ± 0.26
	-1.27 ± 0.01
	-6.49 ± 0.26

	CASP3-compound 8
	-9.94 ± 0.07
	-1.85 ± 0.05
	8.31 ± 0.29
	-0.80 ± 0.01
	-4.27 ± 0.30




