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Table S1. Chemical Structure, QSAR set, Observed and Predicted activities (pIC50) of the 58,  
2-nitroimidazooxazines derivatives


	S.No
	Chemical Structure
	QSAR Set
	Experimental
pIC50
	Predicted
pIC50 
	Predicted Error
	Pharmacophore set

	1. 
	

	Training
	6.301
	6.38926
	0.0882348
	Inactive


	2. 
	

	 Test
	6.959
	6.25581
	-0.702794
	Inactive

	3. 
	

	 Training
	7.456
	7.52455
	0.068619
	Active

	4. 
	

	 Training
	6.921
	6.94398
	0.0231568
	Inactive

	5. 
	

	 Test
	6.638
	6.88755
	0.249279
	Active

	6. 
	

	 Test
	6.721
	7.37897
	0.657722
	Inactive

	7. 
	

	 Training
	6.796
	6.91609
	0.120213
	Inactive

	8. 
	

	 Training
	7.26
	7.28841
	0.0287682
	Inactive

	9. 
	

	 Training
	7.301
	7.04531
	-0.255719
	Active

	10. 
	

	 Training
	6.071
	6.01655
	-0.0540337
	Inactive

	11. 
	

	 Training
	7.222
	6.86542
	-0.356433
	Active

	12. 
	

	 Training
	6.066
	6.44087
	0.375364
	Inactive

	13. 
	

	 Training
	6.658
	6.49436
	-0.163216
	Active

	14. 
	

	 Training
	6.553
	6.46806
	-0.0847781
	Inactive

	15. 
	

	 Test
	7.301
	6.52934
	-0.771685
	Active

	16. 
	

	 Training
	6.066
	6.30124
	0.23574
	Inactive

	17. 
	

	 Test
	6.06
	6.54071
	0.480228
	Inactive

	18. 
	

	 Training
	5.854
	5.85724
	0.00336465
	Inactive

	19. 
	

	 Test
	6.174
	5.8588
	-0.31513
	Active

	20. 
	

	 Test
	6.456
	5.87722
	-0.578714
	Inactive

	21. 
	

	 Test
	5.921
	5.84828
	-0.0725359
	Active

	22. 
	

	 Test
	6.699
	5.89563
	-0.80334
	Inactive

	23. 
	

	 Training
	5.854
	5.89563
	0.041758
	Active

	24. 
	

	 Training
	6.187
	6.11499
	-0.0720944
	Inactive

	25. 
	

	 Training
	5.553
	5.63855
	0.0857094
	Inactive

	26. 
	

	 Training
	5.721
	5.67918
	-0.0420668
	Active

	27. 
	

	 Training
	5.959
	6.00851
	0.0499068
	Inactive

	28. 
	

	 Test
	5.854
	5.79994
	-0.0539286
	Inactive

	29. 
	

	 Test
	7.222
	7.04643
	-0.175416
	Active

	30. 
	

	 Training
	6.444
	6.56636
	0.122665
	Inactive

	31. 
	

	 Training
	7.222
	7.17928
	-0.0425693
	Active

	32. 
	

	 Training
	6.268
	6.18335
	-0.0842533
	Inactive

	33. 
	

	 Training
	6.097
	6.14477
	0.0478594
	Inactive

	34. 
	

	 Training
	6.824
	6.74383
	-0.0800742
	Inactive

	35. 
	

	 Training
	7.347
	7.40962
	0.0628343
	Active

	36. 
	

	 Training
	6.959
	6.95113
	-0.00747828
	Inactive

	37. 
	

	 Training
	7.301
	7.44334
	0.142313
	Active

	38. 
	

	 Training
	6.77
	6.73625
	-0.0332967
	Inactive

	39. 
	
 
	 Training
	5.854
	5.88357
	0.0296959
	Active

	40. 
	

	 Training
	5.824
	5.88357
	0.0596592
	Inactive

	41. 
	

	 Test
	6.26
	6.8702
	0.610559
	Active

	42. 
	

	 Test
	5.959
	6.01904
	0.0604306
	Inactive

	43. 
	

	 Test
	5.699
	5.8668
	0.16783
	Inactive

	44. 
	

	 Test
	5.62
	6.31998
	0.700195
	Inactive

	45. 
	

	 Test
	6.959
	6.61071
	-0.347902
	Active

	46. 
	

	 Training
	6.051
	5.94966
	-0.100946
	Inactive

	47. 
	

	 Training
	5.921
	5.92724
	0.00642604
	Inactive

	48. 
	

	 Training
	7.125
	7.07447
	-0.0504667
	Active

	49. 
	

	 Training
	6.066
	6.06225
	-0.00325525
	Inactive

	50. 
	

	 Training
	5.796
	5.84675
	0.0508671
	Inactive

	51. 
	

	 Training
	6.602
	6.56474
	-0.0373248
	Inactive

	52. 
	

	 Test
	7.301
	7.24393
	-0.0570964
	Active

	53. 
	

	 Training
	6.77
	6.9496
	0.180054
	Inactive

	54. 
	

	 Training
	7.523
	7.47824
	-0.0446392
	Active

	55. 
	

	 Training
	5.921
	5.79341
	-0.127411
	Active

	56. 
	

	 Training
	6.699
	6.75369
	0.0547151
	Inactive

	57. 
	

	 Training
	6.538
	6.33208
	-0.205525
	Inactive

	58. 
	

	 Training
	7.456
	7.42359
	-0.032343
	Active






Table S2. Molecular Docking Result

	   Compound
	Docking score (Kcal/mol)

	
	            InhA (2NSD)
	            DprE1(4FDO)

	1. 
	-7.1
	-8

	2. 
	-7.5
	-5.9

	3. 
	-7.8
	-6.8

	4. 
	-8.2
	-7

	5. 
	-8.3
	-6.4

	6. 
	-7.7
	-6.3

	7. 
	-8.1
	-7.4

	8. 
	-7.6
	-6.5

	9. 
	-7.1
	-7.8

	10. 
	-7.2
	-6.6

	11. 
	-7.3
	-6.1

	12. 
	-7.3
	-6.2

	13. 
	-6.8
	-6.8

	14. 
	-7.5
	-8.8

	15. 
	-7.6
	-7.4

	16. 
	-7.1
	-7.9

	17. 
	-7
	-6.3

	18. 
	-7.5
	-7.8

	19. 
	-7.3
	-7

	20. 
	-6.9
	-8.2

	21. 
	-7
	-6.5

	22. 
	-7
	-7

	23. 
	-7
	-6.8

	24. 
	-7.8
	-7.4

	25. 
	-7.6
	-6.6

	26. 
	-7.1
	-7.6

	27. 
	-7.3
	-6.7

	28. 
	-7.3
	-6.5

	29. 
	-8
	-8.7

	30. 
	-7.3
	-8.6

	31. 
	-7.5
	-8

	32. 
	-7.8
	-7.9

	33. 
	-7
	-8.5

	34. 
	-7.1
	-7.4

	35. 
	-7.8
	-7.8

	36. 
	-7
	-8.2

	37. 
	-7
	-7.4

	38. 
	-7.8
	-8.4

	39. 
	-7.9
	-6.7

	40. 
	-7.9
	-7.5

	41. 
	-7.2
	-7

	42. 
	-7.2
	-7.5

	43. 
	-6.9
	-6.6

	44. 
	-7.2
	-8.2

	45. 
	-7.8
	-8.3

	46. 
	-7.5
	-7.1

	47. 
	-7.1
	-8.2

	48. 
	-7.3
	-7.1

	49. 
	-7.2
	-8.1

	50. 
	-6.7
	-6.5

	51. 
	-6.8
	-8.2

	52. 
	-7.9
	-8.6

	53. 
	-6.9
	-8.6

	54. 
	-7.3
	-7.1

	55. 
	-6.9
	-7.9

	56. 
	-8.2
	-9.6

	57. 
	-7
	-8.1

	58. 
	-7.1
	-7.2







Fig. S1

[image: D:\DOCKING 58 ANTI TUBERCULAR\ramchandra plot 2nsd.png]                      [image: D:\DOCKING 58 ANTI TUBERCULAR\ramchandra plot 4fdo.png]
         Ramachandran Plot of 2NSD				Ramachandran Plot of 4FDO





















Fig. S2 (a-f)

[image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\56F.jpeg]     [image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\124-h.bond.jpeg]
(a)                                               (b)
[image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\LIG F.jpeg]       [image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\56F.jpeg]
(c)	                                                                       (d)
[image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\124-hbond.jpeg]        [image: C:\Users\user\AppData\Local\Packages\Microsoft.Windows.Photos_8wekyb3d8bbwe\TempState\ShareServiceTempFolder\LIGF.jpeg]
(e)                                                                            (f)
3D-Docking interactions with InhA (PDB ID: 2NSD) (a) Docking interaction diagram of Reference ligand (56) (b) Docking interaction diagram of Identified hit (MK3) (c) Docking interaction diagram of Co-crystallize ligand; Docking interactions with DprE1 (PDB ID: 4FDO) (d) Docking interaction diagram of Reference ligand (56) (e) Docking interaction diagram of Identified hit (MK3) (f) Docking interaction diagram of Co-crystallize ligand


Fig. S3
[image: E:\Swagatika\SwissADME_page-0005.jpg]
BOILED-Egg model of screened compounds (BBB: Blood-brain barrier, HIA: Human Intestine Absorption, PGP: P-glycoprotein)
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