[bookmark: _GoBack]Table S5. The interactions of selected compounds with residues in YD3 binding site of ATAD2 bromodomain 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
	Compounds

	
	zinc36647229
	zinc77969074
	zinc13637358
	zinc77971540
	zinc12991296
	zinc19374204

	H-M-ARG-1007
	0
	0
	0
	0
	0
	-3.41867

	H-S-ARG-1007
	0
	0
	0
	0
	0
	-3.39087

	H-M-VAL-1008
	0
	0
	-3.88575
	-3.5
	0
	0

	H-S-THR-1010
	0
	0
	0
	0
	0
	-5.93047

	H-M-LYS-1011
	0
	0
	0
	-3.40101
	0
	0

	H-M-ASP-1014
	-9.5
	0
	0
	0
	-3.5
	0

	H-S-TYR-1021
	0
	-3.73369
	0
	0
	0
	0

	H-M-MET-1029
	0
	-3.89212
	-2.5
	0
	0
	0

	H-M-ILE-1056
	0
	-2.10934
	-2.5
	0
	0
	0

	H-S-ASN-1059
	0
	-3.5
	0
	0
	0
	0

	H-S-ASN-1064
	-1.63576
	0
	0
	-4.02435
	-3.5
	0

	H-S-ASP-1071
	0
	0
	0
	0
	-2.5
	0

	H-S-ARG-1077
	0
	0
	0
	0
	-2.96948
	0

	V-S-ARG-1007
	0
	0
	-4.98224
	0
	0
	-9.34751

	V-M-VAL-1008
	-1.52816
	-1.79396
	-5.27703
	-2.69241
	0.565477
	-6.56116

	V-S-VAL-1008
	-6.79467
	-1.05503
	-6.13138
	-3.34831
	-3.4643
	-4.55817

	V-M-PHE-1009
	-2.33347
	-0.88192
	-2.58082
	-4.14998
	-0.48755
	-0.68047

	V-S-PHE-1009
	-4.82518
	-5.67297
	-3.37822
	-5.04665
	0
	0.075061

	V-M-LYS-1011
	-4.76422
	-1.05161
	-2.73927
	-2.43621
	-2.46165
	-4.30646

	V-S-LYS-1011
	-1.6776
	0
	-4.39398
	0
	-0.41267
	-13.1029

	V-M-PRO-1012
	-5.91703
	-4.24799
	-3.4359
	-2.08374
	-3.4988
	-1.97954

	V-M-VAL-1013
	-9.32233
	-7.15314
	-7.24003
	-3.28804
	-6.45698
	-3.5884

	V-S-VAL-1013
	-10.4012
	-8.47831
	-3.66896
	-0.9487
	-5.2918
	-5.66667

	V-M-ASP-1014
	-5.21526
	-0.85292
	-3.80238
	-0.15579
	-5.39654
	-2.05039

	V-M-PRO-1015
	-0.19454
	-4.76865
	0
	0
	0
	0

	V-S-GLU-1017
	-6.5653
	0
	-3.28035
	-0.01076
	-4.94216
	-2.69223

	V-S-VAL-1018
	-6.82901
	-0.65345
	-5.68439
	-4.40297
	-7.02987
	-1.19757

	V-M-ASP-1020
	0
	-5.09425
	0
	0
	0
	0

	V-M-TYR-1021
	0
	-8.17441
	0
	0
	0
	0

	V-S-TYR-1021
	-9.51635
	-18.1418
	-10.4014
	-7.82572
	-0.03763
	-5.00432

	V-S-ASN-1059
	-0.59379
	-5.28286
	-1.71044
	-0.11133
	0
	-0.67264

	V-M-TYR-1063
	0
	0
	-0.03462
	-4.6795
	-0.18251
	-0.13102

	V-S-TYR-1063
	-3.30559
	-0.69034
	-4.90959
	-18.6254
	-7.34245
	-4.17907

	V-S-ASN-1064
	-3.60602
	-1.81023
	-2.93005
	-6.94088
	-4.53833
	-3.50554

	V-M-GLY-1070
	0
	0
	0
	0
	-4.12791
	0

	V-S-ASP-1071
	0
	0
	0
	-4.1002
	-2.47177
	0

	V-S-ILE-1074
	-5.00477
	-2.03038
	-3.43039
	-4.96616
	-6.06906
	-2.24297



