[bookmark: _GoBack]Table S1: Molecular structure, Pubchem CID, Pubchem SID, IC50 [µM], pIC50 and predicted pIC50 of the dataset
	S/No
	Pubchem  SID
	Pubchem CID
	Chemical Structure
	IC50 [µM]
	pIC50
	Estimated pIC50

	C 1*
	374265119
	121332827
	

	0.006369
	8.1959
	8.1697

	C 2b
	374270634
	87056044
	

	0.01051
	7.9784
	7.6754

	C 3
	374273680
	121332841
	

	0.008978
	8.0468
	7.9972

	C 4
	374274156
	86763416
	

	0.001481
	8.8294
	8.4983

	C 5
	374278230
	134134747
	

	0.01633
	7.7870
	8.2248

	C 6b
	374280294
	87055971
	

	0.1284
	6.8914
	6.7614

	C 7
	374286976
	87056128
	

	0.006321
	8.1992
	7.8670

	C 8
	374287081
	86346180
	

	0.001081
	8.9662
	8.9490

	C 9
	374288088
	87055889
	

	0.008032
	8.0952
	7.9310

	C 10
	374288936
	117801548
	

	0.007019
	8.1537
	8.7923

	C 11
	374289385
	86763886
	

	0.00965
	8.0155
	8.4346

	C 12
	374290380
	134138025
	

	0.003176
	8.4981
	8.3553

	C 13*
	374293958
	117771659
	

	0.002566
	8.5907
	8.2738

	C 14
	374294643
	86763988
	

	0.007286
	8.1375
	7.71038

	C 15
	374297380
	86765077
	

	0.003218
	8.4924
	8.2485

	C 16*a
	374298242
	87055812
	

	0.02483
	7.6050
	8.4991

	C 17
	374301435
	86763643
	

	0.002004
	8.6981
	8.4202

	C 18a
	374301810
	87056047
	

	0.4349
	6.3616
	7.8208

	C 19
	374305009
	87055234
	

	0.02016
	7.6955
	7.6744

	C 20
	374305050
	87055148
	

	0.009482
	8.0231
	8.0165

	C 21b
	374305186
	86763417
	

	0.07735
	7.1115
	6.8708

	C 22
	374310393
	87054985
	

	0.7083
	6.1498
	6.3253

	C 23
	374312326
	87055147
	

	0.004035
	8.3942
	7.9577

	C 24
	374312711
	86763415
	

	0.002782
	8.5556
	8.4896

	C 25*
	374312975
	86765078
	

	0.004826
	8.3164
	8.5096

	C 26
	374317972
	87056129
	

	0.01624
	7.7894
	8.4577

	C 27
	374318751
	87055646
	

	0.0113
	7.9469
	7.8618

	C 28
	374319441
	87056045
	

	0.001601
	8.7956
	8.9227

	C 29*
	374322324
	117771576
	

	0.006245
	8.2045
	8.3941

	C 30
	374322536
	86763531
	

	0.009279
	8.0325
	8.1476

	C 31
	374324045
	117802547
	

	0.01159
	7.9359
	8.0007

	C 32*a
	374324095
	87055064
	

	0.002147
	8.6682
	9.2869

	C 33
	374324286
	86763884
	

	0.0009806
	9.0085
	8.3572

	C 34
	374325962
	87055561
	

	0.004122
	8.3849
	8.1931

	C 35*
	374327131
	87055890
	

	0.0007678
	9.1148
	8.7975

	C 36
	374328181
	87056131
	

	0.002588
	8.5870
	8.4169

	C 37
	374328701
	87055232
	

	0.03503
	7.4556
	7.9745

	C 38*
	374330986
	134149342
	

	0.00619
	8.2083
	7.6733

	C 39b
	374331454
	87055063
	

	8.928
	5.0492
	5.2370

	C 40
	374333319
	87055320
	

	0.006928
	8.1594
	7.7576

	C 41
	374333455
	87055970
	

	0.3954
	6.4030
	6.6175

	C 42*
	374335529
	87055814
	

	0.005873
	8.2311
	7.9724

	C 43
	374335688
	86763414
	

	0.0399
	7.3990
	7.6496

	C 44*
	374337012
	87055149
	

	0.01508
	7.8216
	7.4442

	C 45
	374339040
	87055648
	

	0.01194
	7.9230
	8.0119

	C 46*
	374342660
	117772681
	

	0.01532
	7.8147
	7.8717

	C 47*
	374344050
	117771663
	

	0.004936
	8.3066
	8.3636

	C 48
	374346111
	87054983
	

	0.007211
	8.1420
	8.1465

	C 49*
	374347179
	87056130
	

	0.003978
	8.4003
	8.4665

	C 50*
	374347702
	136352857
	

	0.1615
	6.7918
	6.8133

	C 51
	374348123
	86763530
	

	0.02372
	7.6249
	7.8230

	C 52*
	374349550
	87055813
	

	0.003055
	8.5150
	8.0774

	C 53
	374350422
	136339016
	

	0.3529
	6.4523
	6.5483

	C 54
	374351428
	87054907
	

	0.004957
	8.3048
	8.1708

	C 55*
	374352965
	87055564
	

	0.001934
	8.7135
	8.7201

	C 56
	374353811
	117801571
	

	0.002343
	8.6302
	8.6207

	C 57
	374354306
	87055231
	

	0.005619
	8.2503
	8.2392

	C 58
	374354328
	87055647
	

	0.003486
	8.4577
	7.5028

	C 59*
	374355205
	117802551
	

	0.008621
	8.0644
	7.8997

	C 60*
	374356110
	87055892
	

	0.002551
	8.5933
	8.6377

	C 61
	374357943
	87054905
	

	0.04465
	7.3502
	7.7250

	C 62*
	374358312
	117801546
	

	0.001375
	8.8617
	8.8887

	C 63
	374358668
	86764197
	

	0.006645
	8.1775
	7.9375


* = Test Set, a = Outliers, b = Influential molecules
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