Supplementary Table 3. Top 20 ranked compounds selected from site 1 and 2 with higher libdock scores.
	Number
	Compounds(site 1)
	LibDock score
	Number
	Compounds(site 2)
	LibDock score

	1
	ZINC000014951658
	127.158
	1
	ZINC000044352341
	161.189

	2
	ZINC000044281738
	121.405
	2
	ZINC000072131515
	148.709

	3
	ZINC000014951634
	118.711
	3
	ZINC000027646038
	148.395

	4
	ZINC000011616634
	117.35
	4
	ZINC000011616636
	147.367

	5
	ZINC000011616635
	114.759
	5
	ZINC000030729923
	146.497

	6
	ZINC000011616636
	109.666
	6
	ZINC000004654841
	145.286

	7
	ZINC000028541549
	106.38
	7
	ZINC000053147179
	144.799

	8
	ZINC000000537805
	106.312
	8
	ZINC000013760073
	139.884

	9
	ZINC000027646038
	105.506
	9
	ZINC000028539727
	139.847

	10
	ZINC000014883348
	105.243
	10
	ZINC000027646621
	139.411

	11
	ZINC000002146627
	103.182
	11
	ZINC000027646638
	139.364

	12
	ZINC000027646631
	100.176
	12
	ZINC000008689961
	138.698

	13
	ZINC000013374323
	99.4757
	13
	ZINC000014825436
	138.552

	14
	ZINC000013431283
	99.1035
	14
	ZINC000002528509
	137.638

	15
	ZINC000004097985
	98.9845
	15
	ZINC000004654969
	136.624

	16
	ZINC000003809850
	98.5999
	16
	ZINC000015122022
	135.733

	17
	ZINC000003981490
	98.0477
	17
	ZINC000002526388
	135.324

	18
	ZINC000004521879
	97.9549
	18
	ZINC000002526389
	135.313

	19
	ZINC000003947515
	97.6777
	19
	ZINC000013378641
	134.909

	20
	ZINC000004098458
	97.1818
	20
	ZINC000038143594
	133.994



