Table 4 Molecular interactions between targeted breast cancer proteins and the mono-chalcone compounds 

	Complexes
	Hydrogen bond
	Hydrophobic interaction
	Halogen interaction

	
	Donor
	Acceptor
	Distance (Å)
	From
	To
	Distance (Å)
	From
	To
	Distance (Å)

	BCL2/compound 5
	-
	-
	-
	Leu134
	LH
	3.70
	Val130
	LF
	3.58

	
	
	
	
	Leu134
	LH
	3.97
	
	
	

	
	
	
	
	Asp108
	LH
	3.97
	
	
	

	
	
	
	
	LCl
	Met112
	4.58
	
	
	

	
	
	
	
	LCl
	Val153
	3.76
	
	
	

	
	
	
	
	Phe109
	LCl
	4.50
	
	
	

	
	
	
	
	LH
	Met112
	5.39
	
	
	

	
	
	
	
	LH
	Val130
	5.47
	
	
	

	
	
	
	
	LH
	Ala146
	4.27
	
	
	

	BCL2/compound 8
	Phe147
	LO
	3.27
	Leu134
	LH
	3.72
	-
	-
	-

	
	
	
	
	Leu134
	LH
	3.97
	
	
	

	
	
	
	
	Asp108
	LH 
	3.99
	
	
	

	
	
	
	
	LCl
	Met112
	4.68
	
	
	

	
	
	
	
	LCl
	Val153
	4.07
	
	
	

	
	
	
	
	Phe109
	LCl
	4.56
	
	
	

	
	
	
	
	LH 
	Met112
	5.38
	
	
	

	
	
	
	
	LH
	Ala146
	4.22
	
	
	

	
	
	
	
	LH
	Met112
	4.39
	
	
	

	CASP3/compound 5
	His237
Cys285
Arg341
Trp340
	LCl
LCl 
LO
LO
	3.12
3.25
3.08
3.08
	Trp340
	LH 
	5.63
	Arg179
Ser236
Gln283
	LF 
LF 
LF
	3.02
2.74
2.72

	
	
	
	
	LH 
	Trp340
	4.55
	
	
	

	
	
	
	
	His237
	LH 
	5.17
	
	
	

	
	
	
	
	Tyr338
	LCl 
	4.77
	
	
	

	
	
	
	
	Phe381
	LCl 
	4.47
	
	
	

	
	
	
	
	LH 
	Cys285
	5.18
	
	
	

	
	
	
	
	LH
	Arg341
	4.55
	
	
	

	CASP3/compound 8
	Arg179
Gln283
Arg341
LO 
Trp340
LC
	LO 
LO 
LO 
Gln283
LO 
Ser236
	2.70
2.76
3.05
2.89
3.37
2.72
	LH 
	Trp340
	3.89
	-
	-
	-

	
	
	
	
	His237
	LH 
	4.87
	
	
	

	
	
	
	
	LH 
	Tyr338
	5.24
	
	
	

	
	
	
	
	Tyr338
	LCl 
	3.40
	
	
	

	
	
	
	
	Trp340
	LCl 
	4.91
	
	
	

	
	
	
	
	Trp340
	LCl 
	3.72
	
	
	

	
	
	
	
	Phe381
	LCl 
	4.75
	
	
	

	
	
	
	
	LH 
	Cys285
	4.83
	
	
	

	
	
	
	
	LH
	Arg341
	4.86
	
	
	

	MDM2/compound 5
	-
	-
	-
	Ile61
	LH
	3.56
	Gly16
	LF
	2.84

	
	
	
	
	His96
	LH
	3.68
	
	
	

	
	
	
	
	LCl
	Leu57
	3.81
	
	
	

	
	
	
	
	LCl
	Ile61
	5.27
	
	
	

	
	
	
	
	LCl
	Ile99
	4.90
	
	
	

	
	
	
	
	Phe86
	LCl
	4.42
	
	
	

	
	
	
	
	Phe91
	LCl
	4.98
	
	
	

	
	
	
	
	LH
	Leu54
	4.61
	
	
	

	
	
	
	
	LH
	Ile99
	4.78
	
	
	

	
	
	
	
	LH
	Leu54
	5.32
	
	
	

	
	
	
	
	LH
	Leu57
	5.00
	
	
	

	
	
	
	
	LH
	Ile99
	4.74
	
	
	

	MDM2/compound 8
	-
	-
	-
	Leu54
	LH
	3.99
	His96
	LCl
	3.14

	
	
	
	
	Ile61
	LH
	3.84
	
	
	

	
	
	
	
	His96
	LH
	3.92
	
	
	

	
	
	
	
	LCl
	Leu54
	4.59
	
	
	

	
	
	
	
	LCl
	Ile99
	3.71
	
	
	

	
	
	
	
	His96
	LCl
	4.73
	
	
	

	
	
	
	
	Tyr100
	LCl
	4.43
	
	
	

	
	
	
	
	LH
	Leu54
	5.09
	
	
	

	
	
	
	
	LH
	Leu57
	5.12
	
	
	

	
	
	
	
	LH
	Ile99
	4.56
	
	
	

	
	
	
	
	LH
	Ile99
	4.81
	
	
	






