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Table S1: 100 training set compounds used in 2D QSAR modelling with actual and predicted activity in PIC50 (µM) against MDA-MB-231 cell line.
	S.No.
	Structure
	ActualPIC50 (µM)
	PredictedPIC50 (µM)

	1. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\34.tif]
	4.718
	5.322

	2. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\33.tif]
	4.62
	4.483

	3. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\15.tif]
	4.78
	4.963

	4. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\14.tif]
	4.741
	4.759

	5. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\13.tif]
	4.563
	4.837

	6. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\12_HeterocyclicGA.tif]
	4.479
	4.7

	7. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Hetero_GA_CBDD\37.tif]
	5.011

	5.285

	8. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\56.tif]
	5.815
	5.298

	9. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\55.tif]
	5.717
	5.327

	10. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\54.tif]
	5.609
	5.306

	11. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\53.tif]
	5.451
	5.342

	12. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\51.tif]
	5.331
	5.428

	13. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\50.tif]
	5.504
	5.406

	14. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\48.tif]
	5.73
	5.214

	15. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\47.tif]
	5.636
	5.258

	16. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\45.tif]
	5.192
	5.258

	17. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\44.tif]
	5.457
	5.322

	18. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\43.tif]
	5.271
	5.358

	19. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\41.tif]
	5.453
	5.373

	20. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\23.tif]
	4.681
	4.854

	21. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\21.tif]
	5.136
	4.969

	22. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\20.tif]
	4.84
	4.897

	23. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Molecules\18.tif]
	5.089
	5.012

	24. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_76328113_9.tif]
	6.438
	6.274

	25. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_76320888_5.tif]
	6.051
	6.183

	26. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_76313669_3.tif]
	6.382
	6.191

	27. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_72544874_17.tif]
	6.102
	6.151

	28. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_72544873_22.tif]
	6.678
	6.705

	29. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_72544654_19.tif]
	6.097
	5.735

	30. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_72544434_15.tif]
	6.757
	6.826

	31. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_56649399_8.tif]
	6.184
	6.44

	32. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Withalongolide_IC50\Withalongolide_IC50_56649343_2.tif]
	5.824
	6.062

	33. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\sesquiterpenoids_IC50\sesquiterpenoids_IC50_73355323_12.tif]
	4.544
	5.112

	34. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\sesquiterpenoids_IC50\sesquiterpenoids_IC50_72708559_8.tif]
	4.889
	5.173

	35. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\sesquiterpenoids_IC50\sesquiterpenoids_IC50_31703_doxo.tif]
	6.046
	6.039

	36. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\sesquiterpenoids_IC50\sesquiterpenoids_IC50_3080597_Bigelovin_14.tif]
	5.638
	5.066

	37. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\sesquiterpenoids_IC50\sesquiterpenoids_IC50_11108215_16.tif]
	4.86
	4.814

	38. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654412_22.tif]
	6.509
	6.87

	39. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654410_27.tif]
	5.59
	5.888

	40. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654253_24.tif]
	6.509
	6.515

	41. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654251_29.tif]
	6.678
	6.384

	42. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654089_20.tif]
	6.523
	6.627

	43. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654088_19.tif]
	6.215
	6.758

	44. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71654087_18.tif]
	5.883
	5.721

	45. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653929_17.tif]
	6.62
	6.475

	46. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653928_16.tif]
	6.31
	6.537

	47. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653927_15.tif]
	6.796
	6.419

	48. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653771_12.tif]
	6.699
	6.338

	49. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653770_11.tif]
	6.31
	6.617

	50. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\L-dopa_IC50\L-dopa_IC50_71653627_7.tif]
	6.796
	6.693

	51. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177967_10d.tif]
	4.268
	4.543

	52. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177960_9c.tif]
	5.244
	5.128

	53. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177957_8c.tif]
	5.638
	5.133

	54. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177956_8b.tif]
	5.229
	5.169

	55. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177955_8a.tif]
	4.796
	5.191

	56. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\hydroxylevodiamine and SAHA+IC50\hydroxylevodiamine and SAHA+IC50_122177954_7.tif]
	4.854
	4.879

	57. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_5318517_andrographiloid.tif]
	4.781
	4.664

	58. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_118736299_19.tif]
	4.147
	4.28

	59. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_118736297_15.tif]
	4.25
	4.372

	60. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_118736296_11.tif]
	4.544
	4.627

	61. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_118736293_8.tif]
	4.456
	4.542

	62. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\ent-labdane_IC50_diterpene\ent-labdane_IC50_diterpene_118736291_6.tif]
	4.394
	4.519

	63. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Dihydroindolo[2\1-a]isoquinoline+IC50_10619560_13a.tif]
	5.108
	4.854

	64. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Dihydroindolo[2\1-a]isoquinoline+IC50_10496145_ExAC10.tif]
	5
	4.855

	65. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Dihydroindolo[2\1-a]isoquinoline+IC50_10338754_5c.tif]
	5.06
	4.771

	66. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\chromeno-annulated cis-fused pyrano_IC50\chromeno-annulated cis-fused pyrano_IC50_71713025_4j.tif]
	4.759
	5.026

	67. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\chromeno-annulated cis-fused pyrano_IC50\chromeno-annulated cis-fused pyrano_IC50_71712888_4f.tif]
	5.102
	5.318

	68. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\chromeno-annulated cis-fused pyrano_IC50\chromeno-annulated cis-fused pyrano_IC50_71712886_4d.tif]
	5.249
	5.271

	69. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\chromeno-annulated cis-fused pyrano_IC50\fused pyrano_IC50_71712884_4b.tif]
	5.121
	5.104

	70. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\chromeno-annulated cis-fused pyrano_IC50\chromeno-annulated cis-fused pyrano_IC50_71712740_4a.tif]
	4.84
	5.077

	71. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Betulinic Acid+TOPO+IC50\Betulinic Acid+TOPO+IC50_64971_BA.tif]
	4.817
	4.623

	72. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Betulinic Acid+TOPO+IC50\Betulinic Acid+TOPO+IC50_44479724.tif]
	5.389
	5.062

	73. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\betulinic acid+IC50\betulinic acid+IC50_118734823_20.tif]
	5.463
	5.32

	74. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\betulinic acid+IC50\betulinic acid+IC50_118734822_19.tif]
	5.485
	5.327

	75. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\betulinic acid+IC50\betulinic acid+IC50_118734821_17.tif]
	5.499
	5.335

	76. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Androstane+IC50\Androstane+IC50_70681848_9.tif]
	5.548
	4.551

	77. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\Androstane+IC50\Androstane+IC50_66574280_2.tif]
	5.706
	4.715

	78. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_5888__10.tif]
	4.384
	4.228

	79. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46228163_15.tif]
	4.609
	4.645

	80. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46228154_12HCL.tif]
	4.405
	4.779

	81. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46228111_19.tif]
	4.75
	5.066

	82. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46228079_16HCL.tif]
	4.573
	4.514

	83. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46227381_7.tif]
	4.318
	4.556

	84. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_4_IC50\2-methoxyestradiol_4_IC50_46227339_8.tif]
	4.021
	4.542

	85. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_1+IC50\2-methoxyestradiol_1+IC50_46882657_16.tif]
	4.602
	4.847

	86. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_1+IC50\2-methoxyestradiol_1+IC50_46882612_11d.tif]
	5.081
	4.615

	87. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_1+IC50\2-methoxyestradiol_1+IC50_46882568_10e.tif]
	5.136
	4.771

	88. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\2-methoxyestradiol_1+IC50\2-methoxyestradiol_1+IC50_46882505_10a.tif]
	4.329
	4.745

	89. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\16-modified_2-methoxyestradiol+IC50\16-modified_2-methoxyestradiol+IC50_44437157_7.tif]
	4.554
	4.754

	90. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\16-modified_2-methoxyestradiol+IC50\16-modified_2-methoxyestradiol+IC50_23596801_13.tif]
	4.345
	4.775

	91. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\16-modified_2-methoxyestradiol+IC50\16-modified_2-methoxyestradiol+IC50_23596800_14.tif]
	4.421
	4.754

	92. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\16-modified_2-methoxyestradiol+IC50\16-modified_2-methoxyestradiol+IC50_23596797_6.tif]
	4.455
	4.775

	93. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681324_6b.tif]
	4.737
	4.456

	94. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681323_5b.tif]
	4.357
	4.609

	95. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681322_6a.tif]
	4.341
	4.332

	96. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681321_5a.tif]
	4.41
	4.484

	97. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681320_4b.tif]
	4.479
	4.662

	98. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681319_4a.tif]
	4.534
	4.536

	99. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681318_3b.tif]
	4.201
	4.415

	100. 
	[image: C:\Users\Delluser\Desktop\19june2018_MDA_MB_231_trainign_set_com_str_table\4-naphthoquinones_IC50\4-naphthoquinones_IC50_90681317_2b.tif]
	4.442
	4.287
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