[bookmark: _GoBack]Table S1. The ZINC ID and USRCAT score of selected compounds with USRCAT algorithms.
	Number
	ZINC ID
	USRCAT score

	1
	12991296
	0.70190244

	2
	77777946
	0.67298935

	3
	77690769
	0.66193294

	4
	33115564
	0.65669061

	5
	2101601
	0.65290087

	6
	64198490
	0.65033158

	7
	16027033
	0.64955501

	8
	74413912
	0.64925185

	9
	74413921
	0.64901944

	10
	15972219
	0.64901773

	11
	90653082
	0.64897606

	12
	15972639
	0.64855202

	13
	67322356
	0.64850644

	14
	8131728
	0.64814232

	15
	88538369
	0.64748601

	16
	30903392
	0.64625228

	17
	12521355
	0.64614616

	18
	88364150
	0.64612492

	19
	77690767
	0.64491616



