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Table S1: Showing the interaction between XIAP (PDBID: 5OQW) and selected active antagonists.
	PubChem CID
	Interaction residues
	3D Interaction

	46940575
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	3218
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	10281
	[image: ]
	[image: ]

	219100
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	24737642
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	25022340
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	44182275
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	46781908
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	49836020
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	118169620
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Table S2: Showing the docking score of selected 7 hit compounds with XIAP and Pharm-Fit Score found during pharmacophore-based screening process.
	ZINC ID
	Docking Score (kcal/mol)
	Pharm-Fit Score

	ZINC77257307
	-8.0
	95.53

	ZINC1070004335
	-7.8
	94.75

	ZINC247950187
	-7.6
	95.70

	ZINC107434573
	-6.9
	95.72

	ZINC14612168
	-6.4
	94.91

	ZINC253388756
	-5.5
	94.89

	ZINC253388755
	-5.2
	94.62
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