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	[bookmark: _Hlk168321367]Sl No.
	Targets 
	Hydrophobic (lipophilic) interaction
	Interaction with Polar bonds
	Interaction with hydrogen bonds
	π-π
stacking

	[bookmark: _Hlk161145864]Naringin
	4ZZZ (PARP protein)
	[bookmark: _Hlk161144236]TRP861, LEU877, ILE879, ILE895, ALA880, PHE897, ALA898, TYR896, MET890, TYR889, LEU984, TYR907, CYS908, TYR689, ILE872
	[bookmark: _Hlk161145902]ASN767, SER864, HIS862, ASN868, HIE909, SER904
	[bookmark: _Hlk161144340]SER904, TYR907, ARG878, ASP770, ASP776, SER864
	TYR907

	Talazoparib
	4ZZZ (PARP protein)
	[bookmark: _Hlk161146464]TYR907, ILE895, TYR896, PHE897, VAL762, MET890, TYR889, LEU877
	[bookmark: _Hlk161146602]GLN759, HIS862, SER864, SER904
	[bookmark: _Hlk161146264]ASP766
	[bookmark: _Hlk161146713]HIS862,
TYR889

	Naringin
	2ABL 
(ABL1 protein)
	[bookmark: _Hlk161148359]LEU141, PRO137, ILE135, TYR112, PRO150, TYR147, LEU88, PHE85, PRO82
	[bookmark: _Hlk161148441]SER140, THR136, ASN133, SER132, ASN115, SER173, SER175, SER176, ASN83

	[bookmark: _Hlk161148260]GLU142,
THR136, ILE135, ASN115, GLU174,  ASN83
	NIL

	Imatinib
	2ABL (ABL1 protein)
	LEU214, PRO82, PHE85, LEU141,  PRO137, ILE135, TYR147,  PRO177, TYR112, LEU203
	ASN212, THR213, ASN83, SER140, THR136, ASN133, SER132, THR197
	NIL
	NIL







