Table S4. The interactions of compound t54 with residues in YD3 binding site of ATAD2 and their interactions energy values at kcal/mol (H and V indicate hydrogen bonding and vdW interactions, respectively; M and S indicate the main chain and the side chain of the interacting residue, respectively.).
	Interactions
	t54

	EGEMDOCK
	-118.2

	VDW
	-95.7185

	HBOND
	-22.4921

	H-S-ASN-1064
	-10.4478

	[bookmark: _GoBack]H-S-ASP-1068
	-2.53614

	H-S-ASP-1071
	-3.5

	H-S-ARG-1077
	-6.00819

	V-M-VAL-1008
	-1.52049

	V-S-VAL-1008
	-5.96804

	V-S-PHE-1009
	-0.36466

	V-M-PRO-1012
	-0.2065

	V-M-VAL-1013
	-2.6192

	V-S-GLU-1017
	-10.0884

	V-S-VAL-1018
	-7.25534

	V-S-TYR-1021
	-5.20985

	V-S-TYR-1063
	-7.82367

	V-S-ASN-1064
	-8.70772

	V-M-GLY-1070
	-5.27347

	V-S-ILE-1074
	-11.5042



