Supplementary Table 5. Toxicities of compounds.
	site for screening
	Number
	Compounds
	Mouse NTP
	Rat NTP
	Ames
	DTP

	
	
	
	Female
	Male
	Female
	Male
	
	

	site 1
	1
	ZINC000014951658
	0.1006
	0.0005
	0.2599
	0.4901
	0.0001
	0.4199

	
	2
	ZINC000044281738
	0.5496
	0.8186
	0.2477
	0.3085
	0.1945
	0.5723

	
	3
	ZINC000014951634
	0.1357
	0.0155
	0.2285
	0.4828
	0.0007
	0.4616

	
	4
	ZINC000011616634
	0.7606
	0.509
	0.3085
	0.5832
	0
	0.4933

	
	5
	ZINC000011616635
	0.7606
	0.509
	0.3085
	0.5832
	0
	0.4933

	
	6
	ZINC000011616636
	0.7606
	0.509
	0.3085
	0.5832
	0
	0.4933

	
	7
	ZINC000028541549
	0.6773
	0.2384
	0.291
	0.6629
	0.3137
	0.7305

	
	8
	ZINC000000537805
	0.1015
	0.25
	0.3149
	0.0317
	0.0002
	0.758

	
	9
	ZINC000027646038
	0.5443
	0.3448
	0.2227
	0.1335
	0.002
	0.2871

	
	10
	ZINC000014883348
	0.7466
	0.6083
	0.4246
	0.6384
	0.0006
	0.5187

	
	11
	ZINC000002146627
	0.759
	0.8083
	0.3958
	0.7081
	0.0165
	0.7308

	
	12
	ZINC000027646631
	0.6462
	0.6141
	0.28
	0.3626
	0.0066
	0.3607

	
	13
	ZINC000013374323
	0.2039
	0.5345
	0.4413
	0.4892
	0.1035
	0.5153

	
	14
	ZINC000013431283
	0.0659
	0.0011
	0.0883
	0.8623
	0.0356
	0.8625

	
	15
	ZINC000004097985
	0.6083
	0.6587
	0.1576
	0.6531
	0.5322
	0.8693

	
	16
	ZINC000003809850
	0.5201
	0.3468
	0.2272
	0.1613
	0.0147
	0.3233

	
	17
	ZINC000003981490
	0.5905
	0.6104
	0.3494
	0.4618
	0.052
	0.4045

	
	18
	ZINC000004521879
	0.749
	0.6057
	0.241
	0.3322
	0.1402
	0.4322

	
	19
	ZINC000003947515
	0
	0
	0
	0.9957
	0
	0.922

	
	20
	ZINC000004098458
	0.5908
	0.5543
	0.3714
	0.445
	0.1682
	0.6034

	site 2
	1
	ZINC000044352341
	0.4447
	0.6051
	0.1954
	0.2056
	0.2047
	0.8230

	
	2
	ZINC000072131515
	0.6259
	0.5248
	0.3603
	0.2711
	0.0002
	0.5399

	
	3
	ZINC000027646038
	0.5443
	0.3448
	0.2227
	0.1335
	0.0020
	0.2871

	
	4
	ZINC000011616636
	0.7606
	0.5090
	0.3085
	0.5832
	0.0000
	0.4933

	
	5
	ZINC000030729923
	0.6562
	0.5945
	0.3536
	0.1052
	0.0000
	0.5895

	
	6
	ZINC000004654841
	0.7527
	0.6142
	0.3557
	0.5923
	0.0000
	0.5161

	
	7
	ZINC000053147179
	0.1352
	0.4793
	0.4022
	0.3438
	0.6310
	0.3987

	
	8
	ZINC000013760073
	0.5465
	0.5305
	0.2083
	0.3128
	0.0390
	0.3588

	
	9
	ZINC000028539727
	0.4132
	0.0579
	0.2043
	0.2855
	0.4461
	0.4626

	
	10
	ZINC000027646621
	0.6462
	0.6141
	0.2800
	0.3626
	0.0066
	0.3607

	
	11
	ZINC000027646638
	0.6462
	0.6141
	0.2800
	0.3626
	0.0066
	0.3607

	
	12
	ZINC000008689961
	0.4913
	0.3781
	0.3215
	0.2549
	0.3785
	0.4235

	
	13
	ZINC000014825436
	0.7755
	0.7807
	0.2675
	0.2554
	0.0013
	0.7724

	
	14
	ZINC000002528509
	0.2988
	0.4387
	0.4216
	0.4831
	0.0000
	0.6178

	
	15
	ZINC000004654969
	0.6316
	0.5875
	0.2401
	0.3637
	0.0135
	0.3383

	
	16
	ZINC000015122022
	0.2996
	0.5764
	0.1196
	0.1554
	0.0002
	0.8119

	
	17
	ZINC000002526388
	0.2988
	0.4387
	0.4216
	0.4831
	0.0000
	0.6178

	
	18
	ZINC000002526389
	0.3270
	0.5091
	0.4332
	0.4770
	0.0001
	0.6071

	
	19
	ZINC000013378641
	0.3820
	0.3634
	0.2346
	0.1571
	0.0092
	0.7678

	
	20
	ZINC000038143594
	0.3840
	0.4048
	0.2651
	0.3002
	0.1780
	0.6137



NTP (U.S. National Toxicology Program), DTP (developmental toxicity potential)
NTP<0.3 (noncarcinogen); >0.8 (carcinogen). 
Ames<0.3 (nonmutagen); >0.8 (mutagen). 
DTP<0.3 (nontoxic); >0.8 (toxic).


