Table 6 Hydrogen bonds occupancy of protein-compound complexes

	Complexes
	Donor
	Acceptor
	Occupancy (%)

	BCL2-compound 5
	Met112
	LH
	48.38%

	
	Phe101
	LH
	73.12%

	
	Ala146
	LH
	45.53%

	
	Tyr105
	LH
	57.43%

	
	LH
	Ala146
	68.98%

	
	LH
	Phe101
	64.68%

	
	Phe109
	LH
	82.38%

	
	Glu149
	LH
	67.34%

	
	LH
	Glu149
	61.96%

	
	Phe150
	LH
	31.63%

	
	Phe109
	LH
	60.78%

	BCL2-compound 8
	Val153
	LH
	53.94%

	
	Phe109
	LH
	60.97%

	
	Phe150
	LH
	32.36%

	
	Tyr105
	LH
	32.10%

	
	Phe150
	LH
	48.58%

	MDM2-compound 5
	Leu57
	LH
	35.44%

	
	Ile61
	LH
	62.03%

	
	His96
	LH
	54.19%

	
	LH
	His96
	30.57%

	
	Leu54
	LH
	69.72%

	
	Ile99
	LH
	63.04%

	
	Gly58
	LH
	31.14%

	
	Gln24
	LH
	34.21%

	
	Phe55
	LH
	36.60%

	
	Val93
	LH
	31.49%

	
	Tyr67
	LH
	74.77%

	
	LH
	Leu54
	38.69%

	MDM2-compound 8
	Ile99
	LH
	40.68%

	
	Ile61
	LH
	39.73%

	
	Phe91
	LH
	30.97%

	
	LH
	Leu54
	37.90%

	
	His96
	LH
	31.01%

	
	Leu57
	LH
	33.81%

	CASP3-compound 5
	Arg341
	LH
	40.66%

	
	Lys376
	LH
	35.27%

	CASP3-compound 8
	Lys344
	LH
	79.80%

	
	Asp345
	LH
	65.07%




