Supplementary Files
[bookmark: _Hlk198559024]Supplementary Table 1: Docking results of M. tuberculosis drugs against InhA target protein 
	 ID
	MolDock Score (kcal/mol)
	Re-rank Score (kcal/mol)
	H-Bond (kcal/mol)

	1
	-99.2353
	-77.6991
	-1.14073

	2
	-97.931
	-82.0614
	0.00000

	3
	-112.839
	-92.6879
	-0.93284

	4
	-114.003
	-93.3001
	0.00000

	5
	-96.5694
	-58.5543
	-0.69252

	6
	-104.387
	-87.6198
	0.00000

	7
	-100.267
	-80.1269
	-1.02493

	8
	-115.257
	-95.7227
	0.00000

	9
	-114.537
	-93.7879
	-1.59318

	10
	-117.203
	-98.4996
	-2.50000

	11
	-114.035
	-95.9645
	0.00000

	12
	-117.631
	-96.0656
	-1.63809

	13
	-110.807
	-92.2517
	-2.50000

	14
	-118.234
	-97.6073
	0.00000

	15
	-108.799
	-89.1328
	-2.50000

	16
	-97.6441
	-84.3543
	-2.45188

	17
	-106.349
	-87.7181
	0.00000

	18
	-111.56
	-92.786
	-2.47387

	19
	-104.827
	-88.7823
	0.00000

	20
	-97.9745
	-81.6951
	-2.48928

	21
	-114.73
	-97.8192
	-4.67292

	22
	-114.777
	-95.9138
	-2.05552

	23
	-111.409
	-92.9195
	0.00000

	24
	-92.347
	-76.5387
	0.00000

	25
	-103.201
	-89.0137
	-2.12106

	26
	-105.251
	-89.0794
	0.00000

	27
	-92.748
	-81.9999
	0.00000

	28
	-93.4391
	-75.6177
	0.00000

	29
	-104.009
	-88.597
	-0.76352

	30
	-102.53
	-82.2891
	-2.33426

	31
	-105.239
	-85.1229
	-2.83433

	32
	-94.3671
	-84.0711
	0.00000

	33
	-99.979
	-84.6702
	-0.60222

	34
	-97.3025
	-80.5492
	0.00000

	35
	-101.475
	-84.4914
	-1.12064

	36
	-81.1207
	-68.641
	0.00000

	37
	-109.604
	-88.2691
	-2.50102

	38
	-88.7122
	-72.3615
	0.00000

	39
	-99.39
	-80.5972
	-2.11261

	40
	-108.369
	-93.5316
	-1.21673

	41
	-102.885
	-84.4272
	0.00000

	42
	-95.1905
	-79.424
	-0.45905

	43
	-94.0762
	-82.3044
	-2.51324

	44
	-105.909
	-89.0231
	0.00000

	45
	-107.728
	-84.434
	-1.87512

	46
	-114.584
	-96.3517
	0.00000

	47
	-100.231
	-82.9213
	-0.36641

	Isoniazid 
	-61.0128
	-56.9407
	-3.47069

	Ethambutol 
	-93.0599
	-78.3219
	-6.62007

	Pyrazinamide 
	-56.0593
	-49.5988
	-2.27517



Supplementary file Table 2: Protein-Ligand Interaction Analysis
	
	Hydrogen Bond
	Electrostatic and other interactions 
	Hydrophobic interactions

	ID
	Conventional 
	C-H interactions
	
	

	1
	THR196
	-
	PRO156
	ILE215, ALA157 LEU218, MET155
PHE149, PRO193
MET199

	2
	-
	-
	PRO156
	ILE215, MET199
PRO193, PHE149
LEU218, MET155

	3
	-
	LYS165
ASP148
GLY192
	PRO156
	MET147, ALA191
PHE149, PRO193
MET199, LEU218
MET155, ILE215
ALA157

	4
	-
	-
	PRO156, LYS165
	PRO193, LEU218 ILE215, PHE149 ALA157, MET199 MET155, LEU218

	5
	-
	-
	PR156
	ILE21, PHE149
PRO193, MET199
ALA157, MET155
LEU218, ILE215

	6
	-
	-
	PRO156
	PHE149, ILE21
PRO193, MET199
LEU218, MET155
ILE215

	7
	ILE194, LYS165
ALA22, SER94, ILE21
	PRO193
	GLY14
	PHE149, MET199
MET161

	8
	-
	ILE194
	ASP148
MET147
	ILE21, PHE149
ILE215, LEU218
MET199, PRO193

	9
	ILE194, THR196
	-
	PRO156
	PHE149, PRO193
MET155, ILE215
LEU218, MET199

	10
	SER94, ILE21
ALA22
	-
	MET199
	PRO193, LEU218 PHE149, ILE215
TYR158

	
11
	ILE194, THR196
	PRO193
	-
	ILE21, TYR158
MET199, PHE149
ILE215, MET103
ALA157

	12
	VAL65
	GLY96, ARG43
	PHE41, ASP42, ASP64, LEU63
	PHE97, ILE16
ILE95, ILE122

	13
	-
	ASP148
GLY192
	PRO156
	LEU218, ILE215
MET199, MET155
PRO193, PHE149
ALA191, MET147

	14
	-
	GLY192, LYS165
	PRO156
	PRO193, MET155
LEU218, LEU218
ILE215, PHE149
MET199, MET147
ALA191

	15
	ILE194
	PRO193
	ALA191
PRO156 GLY192
	ALA157, ILE215
TYR158, PHE149
MET199

	16
	-
	GLY192
ASP148
	PRO156
	ILE215, ALA157
MET155, LEU218
MET199, PHE149
MET147, PRO193
ALA191

	17
	ILE194
	PRO193
	ASP148
MET147
	ILE21, PHE149
TYR158, ILE215
MET103, ALA157
MET199

	18
	ILE194, ILE21
	-
	PRO156
	TYR158, LEU218
ILE215, PHE149
MET199

	19
	-
	ASP148
TYR158
	ALA157
	ALA191, PHE149
PRO193, MET199
MET103, ILE215

	20
	-
	-
	MET147
ASP148
MET155
PRO156
	ILE215, ALA157
MET199, TYR158
PHE149

	21
	-
	-
	PRO156
	PHE149, ILE21
PRO193, MET119
MET155, ILE215
LEU218

	22
	SER94, ALA22
ILE21
	-
	MET199
	PHE149, PRO193 LEU218, TYR158
ILE215

	23
	-
	-
	ASP148, PRO156
	ALA191, PHE149
MET199, PRO193
ILE215, MET155
LEU218

	24
	Tyr158
	-
	ASP148
ALA157
PRO156
	ALA191, PHE149
MET199, PRO193
ILE215, MET155
LEU218

	25
	-
	ILE194
PRO156
	ASP148
	ALA157, ILE215
LEU218, PRO193
MET199, ILE21
ALA191, MET147

	26
	-
	PRO193
	-
	MET147, PHE149
TYR158, ILE215
LEU218, MET155

	27
	SER94, ILE21, TYR158
	SER20
	MET199
	PHE149, PRO193
LEU218, ILE215

	28
	-
	ILE194
PRO193
	-
	MET199, PHE149
TYR158, ILE202
MET103, ILE215
ALA157

	29
	ILE194, MET98
	PRO193
PHE97
	GLY192
	MET199, TYR158, PHE149, MET103
MET161

	30
	-
	PRO193
	PRO156
	MET199, PHE149
MET155, LEU218
ALA157, ILE215

	31
	-
	ILE215
ASP148
	PRO156
	MET199, PRO193
PHE149, LEU218
ALA157, MET155
ALA191, MET147

	32
	ILE194
	PRO156
	ASP148
	ILE215, ALA157
MET199, PRO193
PHE149, TYR158

	33
	SER94, ILE21
	SER20
	-
	PHE149, PRO193
LEU218, ILE215
MET199, TYR158
MET155

	34
	TYR196, TYR158
	PHE97
	MET199
GLY96
	MET103, LEU218
ILE215, PHE149
PRO193

	35
	TYR158, ILE194
	PRO156
PRO193
	-
	MET103, ALA157
ILE215, PHE149
MET199

	36
	-
	PRO193
	ILE194 PRO156
	ILE21, PHE149
MET199, LEU218
ILE215

	37
	-
	-
	MET155
GLY192
ALA191
ASP148
	ALA157, MET103
ILE202, ILE215
PHE149, MET199
TYR158

	38
	LYS165
	-
	MET147
PRO156
ASP148
	TYR158, PHE149
MET199, ALA157
MET155, ILE215
LEU218

	39
	ILE194
	PRO193
	MET155
ALA157
ASP148
	ALA191, ILE21
MET147, MET199
TYR158, PHE149
ILE215

	40
	LYS166
	-
	PRO156
	LEU218, MET155
TYR158, ILE215
ALA157, PHE149
MET199, ILE21
MET147, ALA191

	41
	-
	LYS165
ILE194
	ASP148
MET147
PRO156
	TYR158, MET155
ILE215, LEU218
PRO193, MET199
PHE149

	42
	-
	-
	PRO156
	MET147, PHE149
MET199, MET155
LEU218, ILE215

	43
	ILE194
	-
	-
	MET155, LEU218
ALA157, ILE215
PHE149, TYR158
MET199, ILE21

	44
	-
	-
	PRO156
	ALA191, PHE149
MET199, PRO193
ALA157, ILE215
MET155, LEU218

	45
	-
	PRO193
	-
	LEU218, MET199
PHE149, TYR158
ILE215

	46
	ILE194, THR196, ILE21
	GLY192
	-
	PRO193, MET199
PHE149, LEU218
ILE215

	Isoniazid 
	VAL65, GLY96
	ASP64
LEU63
	-
	PHE41, ILE122, ILE95

	Ethambutol 
	ILE194, PRO156
	-
	-
	PHE149, ILE215 
MET103, TYR158

	Pyrazinamide 
	VAL65, ASP64
	GLY96
	-
	PHE41, ILE95 ILE122



Supplementary file Table 3: Drug-likeness of the screened compounds
	ID
	MW
	H-bond acceptors
	H-bond donors
	WLOGP
	Lipinski violations
	Bioavailability Score
	Synthetic Accessibility

	1
	322.27
	7
	0
	4.96
	0
	0.55
	2.4

	2
	263.3
	4
	0
	4.25
	0
	0.55
	1.93

	3
	338.73
	6
	0
	5.06
	0
	0.55
	2.44

	4
	291.7
	4
	0
	4.49
	0
	0.55
	1.66

	5
	343.14
	6
	0
	3.32
	0
	0.55
	3.64

	6
	278.27
	6
	0
	2.99
	0
	0.55
	3.45

	7
	372.28
	9
	0
	6.57
	0
	0.55
	2.51

	8
	293.23
	6
	0
	4.95
	0
	0.55
	1.89

	9
	354.29
	8
	0
	6.18
	0
	0.55
	2.31

	10
	354.29
	8
	0
	6.18
	0
	0.55
	2.15

	11
	320.74
	5
	0
	4.66
	0
	0.55
	2.27

	12
	311.22
	7
	0
	5.51
	0
	0.55
	1.9

	13
	321.73
	6
	0
	4.06
	0
	0.55
	2.63

	14
	338.73
	6
	0
	5.06
	0
	0.55
	2.3

	15
	304.28
	6
	0
	4.57
	0
	0.55
	2.16

	16
	320.74
	5
	0
	4.66
	0
	0.55
	2.14

	17
	308.3
	7
	0
	2.96
	0
	0.55
	3.92

	18
	322.27
	7
	0
	5.13
	0
	0.55
	2.48

	19
	304.28
	6
	0
	4.4
	0
	0.55
	2.27

	20
	304.28
	6
	0
	4.57
	0
	0.55
	2.23

	21
	322.32
	7
	0
	3.35
	0
	0.55
	4.06

	22
	354.29
	8
	0
	6.18
	0
	0.55
	2.37

	23
	322.27
	7
	0
	4.96
	0
	0.55
	2.57

	24
	322.27
	7
	0
	5.13
	0
	0.55
	2.38

	25
	316.32
	6
	0
	4.02
	0
	0.55
	2.34

	26
	292.3
	6
	0
	3.38
	0
	0.55
	3.55

	27
	372.28
	9
	0
	6.57
	0
	0.55
	2.5

	28
	260.72
	4
	0
	0.6
	0
	0.55
	3.61

	29
	362.27
	10
	0
	4.76
	0
	0.55
	3.92

	30
	282.23
	7
	0
	3.31
	0
	0.55
	3.58

	31
	364.4
	7
	0
	4.52
	0
	0.55
	4.39

	32
	304.28
	6
	0
	4.57
	0
	0.55
	2.1

	33
	334.76
	5
	0
	5.05
	0
	0.55
	2.25

	34
	372.28
	9
	0
	6.57
	0
	0.55
	2.37

	35
	306.71
	5
	0
	4.27
	0
	0.55
	2.6

	36
	298.69
	6
	0
	2.81
	0
	0.55
	3.48

	37
	320.74
	5
	0
	4.66
	0
	0.55
	2.05

	38
	322.27
	7
	0
	5.13
	0
	0.55
	2.32

	39
	304.28
	6
	0
	4.57
	0
	0.55
	2.19

	40
	354.29
	8
	0
	6.18
	0
	0.55
	2.32

	41
	355.28
	9
	0
	5.58
	0
	0.55
	2.68

	42
	336.35
	7
	0
	3.6
	0
	0.55
	4.16

	43
	300.32
	5
	0
	4.32
	0
	0.55
	1.89

	44
	304.28
	6
	0
	4.4
	0
	0.55
	2.19

	45
	289.25
	7
	0
	2.49
	0
	0.55
	3.48

	46
	304.28
	6
	0
	4.57
	0
	0.55
	2.25

	47
	304.28
	6
	0
	4.57
	0
	0.55
	2.26



Supplementary file Table 4: ADMET properties of the tested compounds
	ID
	A
	D
	M
	E
	T

	
	HIA
%
	BBB
LogBB
	CNS
LogPS
	CYP2D6
S                  I
	CYP3A4
S                 I
	ROS
	TCE
	AMES
	SK

	1
	91.072
	0.231
	-3.147
	No
	Yes
	No
	No
	No
	0.3
	No
	No

	2
	89.558
	0.632
	-2.008
	No
	Yes
	No
	No
	No
	1.034
	No
	Yes

	3
	89.903
	0.447
	-2.893
	No
	Yes
	No
	Yes
	No
	0.545
	No
	No

	3
	90.553
	0.308
	-1.653
	No
	Yes
	No
	No
	No
	0.372
	No
	No

	5
	90.767
	0.001
	-3.257
	No
	No
	No
	No
	No
	0.38
	Yes
	No

	6
	92.063
	0.021
	-3.257
	No
	No
	No
	No
	No
	0.966
	No
	Yes

	7
	88.29
	0.458
	-3.03
	No
	Yes
	No
	Yes
	No
	0.885
	No
	No

	8
	90.705
	0.354
	-1.736
	No
	Yes
	No
	No
	No
	0.017
	No
	No

	9
	89.763
	0.15
	-3.001
	No
	Yes
	No
	Yes
	No
	0.954
	No
	No

	10
	91.143
	0.321
	-2.908
	No
	N0
	No
	N0
	No
	07712
	No
	No

	11
	91.638
	0.167
	-3.088
	No
	Yes
	No
	Yes
	No
	0.329
	No
	No

	12
	91.714
	0.471
	-2.224
	No
	Yes
	No
	No
	No
	0,209
	No
	No

	13
	91.904
	0.041
	-3.123
	No
	Yes
	No
	No
	No
	0.576
	No
	No

	14
	90.264
	0.4724
	-3.211
	No
	No
	No
	No
	No
	0.381
	No
	No

	15
	92.181
	0.164
	-2.869
	No
	Yes
	No
	No
	No
	0.311
	No
	No

	16
	91.154
	0.263
	-2.607
	No
	Yes
	No
	No
	No
	0.331
	No
	No

	17
	92.082
	0.055
	-3.004
	No
	No
	No
	No
	No
	1.016
	No
	No

	18
	91.216
	0.594
	-2.903
	No
	Yes
	No
	No
	No
	0.213
	No
	No

	19
	92.149
	0.199
	-3.106
	No
	Yes
	No
	No
	No
	0.396
	No
	No

	20
	92.181
	0.284
	-2.862
	No
	Yes
	No
	No
	No
	0.32
	No
	No

	21
	91.663
	0.04
	-2.992
	No
	No
	No
	No
	No
	1.024
	No
	No

	22
	89.541
	0.275
	-2.744
	No
	Yes
	No
	Yes
	No
	0.94
	No
	No

	23
	91.183
	0.509
	-3.147
	No
	Yes
	No
	No
	No
	0.332
	No
	No

	24
	91.328
	0.474
	-2.91
	No
	Yes
	No
	No
	No
	0.13
	No
	No

	25
	92.463
	0.371
	-3.131
	No
	No
	No
	No
	No
	0.404
	No
	No

	26
	91.643
	0.006
	-3.183
	No
	No
	No
	No
	No
	1.042
	No
	Yes

	27
	88.536
	0.075
	-3.284
	No
	Yes
	No
	Yes
	No
	0.885
	No
	No

	28
	94.908
	-0.182
	-2.991
	No
	No
	No
	No
	No
	0.706
	Yes
	No

	29
	89.466
	-0.076
	-3.046
	No
	Yes
	No
	No
	No
	0.74
	No
	No

	30
	91.347
	0.037
	-3.276
	No
	No
	No
	No
	No
	0.861
	No
	No

	31
	89.581
	0.007
	-2.961
	No
	Yes
	No
	No
	No
	1.113
	Yes
	No

	32
	92.181
	0.164
	-2.869
	No
	Yes
	No
	No
	No
	0.33
	No
	No

	33
	90.802
	0.247
	-2.477
	No
	Yes
	No
	No
	No
	0.209
	No
	No

	34
	88.652
	0.329
	-3.281
	No
	Yes
	No
	Yes
	No
	0.889
	No
	No

	35
	91.885
	0.167
	-2.588
	No
	Yes
	No
	No
	No
	0.441
	No
	No

	36
	91.734
	-0.001
	-3.257
	No
	No
	No
	No
	No
	0.548
	Yes
	No

	37
	91.271
	0.132
	-2.851
	No
	Yes
	No
	Yes
	No
	0.215
	No
	No

	38
	91.417
	0.509
	-3.147
	No
	Yes
	No
	No
	No
	0.282
	No
	No

	39
	92.548
	0.199
	-3.106
	No
	Yes
	No
	No
	No
	0.377
	No
	No

	40
	90.025
	0.178
	-3.225
	No
	Yes
	No
	Yes
	No
	1.005
	No
	No

	41
	90.291
	0.053
	-3.26
	No
	Yes
	No
	Yes
	No
	0.985
	No
	No

	42
	91.389
	0.054
	-2.953
	No
	No
	No
	No
	No
	0.884
	Yes
	No

	43
	91.817
	0.233
	-3.003
	No
	No
	No
	No
	No
	1.045
	No
	No

	44
	92.024
	0.236
	-3.339
	No
	No
	No
	No
	No
	0.229
	No
	No

	45
	92.516
	-0.25
	-3.013
	No
	No
	No
	No
	No
	1.016
	Yes
	No

	46
	92.548
	0.199
	-3.106
	No
	Yes
	No
	No
	No
	0.159
	No
	No

	47
	92.293
	0.164
	-2.869
	No
	Yes
	No
	No
	No
	0.082
	No
	No




