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Figure S1. 1H NMR of 1.  

 
Figure S2. 1H NMR of 2.  
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Figure S3. 1H NMR of 3. 

 
Figure S4. 1H NMR of 4. 
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Figure S5. 1H NMR of 5.  

 

 
Figure S6. 1H NMR of 6.  
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Figure S7. 1H NMR of 7. 

 
Figure S8. 1H NMR of 8. 
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Figure S9. IR of 9. 

 
Figure S10. IR of 10. 
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Figure S11. IR of 11. 

 
Figure S12. IR of 12. 
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Figure S13. 1H NMR of 9. 

 
Figure S14. 1H NMR of 10. 
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Figure S15. 1H NMR of 11. 

 
Figure S16. 1H NMR of 12. 



Research Papers ARKIVOC 2025, v, S1-S16 

 

Page S10 ©AUTHOR(S) 

 
Figure S17. 13C NMR of 9. 

 
Figure S18. 13C NMR of 10. 
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Figure S19. 13C NMR of 11. 

 

 

 
Figure S20. 13C NMR of 12. 
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Figure S21. HRMS of 9. 

 
Figure S22. HRMS of 10. 
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Figure S23. HRMS of 11. 

 
Figure S24. HRMS of 12. 
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Figure S25. 2D interaction image of Isoniazid, 9(A3), 10(B3), 11(C3) and 12(D3). 

 
Figure S26. Image for MABA assay of antitubercular standard drug and synthesized drugs (9-12). 
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Table S1. Molecular Docking of derivatives on Pks 13 (PDB ID: 5V3Y) 

Sr. No. Compound 

code 

Docking score 

(Kcal/mol) 

H-bond interaction 

with distance  

Other interaction 

1 INH -5.9 ASN1640 (3.14Å) TYR1663, ALA1667, TYR1674, 

ASP1644, ILE1643 

2 9 -8.0 GLN1633 (2.99Å) TYR1637, SER1636, PHE1670, 

TYR1582, TRP1579 

3 10 -8.3 HIS1664 (3.13Å),  

TYR1582 (3.14Å) 

ASN1640, ALA1667, PHE1670, 

ASP1644, GLU1671 

4 11 -8.4 HIS1664 (3.11Å) ALA1667, ASN1640, GLU1671, 

ASP1644, PHE1670 

5 12 -8.8 HIS1664 (3.12Å),  

TYR1582 (3.18Å) 

ALA1667, ASN1640, PHE1670, 

ASP1644, GLU1671 

 

Table S2. PreADMET Study of predicted analogues 

Sr. 

No.  

Parameters 9 10 12 13 

1 CRV 0 0 0 0 

2 MDDRV 1 1 1 1 

3 RFV 0 0 0 0 

4 MW 219.67 237.66 233.69 251.68 

5 GI absorption High High High High 

6 ClogP 2.75 3.06 2.98 3.3 

7 BBB Yes Yes Yes Yes 

8 CaCO2 7.68436 33.8423 35.3545 36.6872 

9 HIA% 93.144571 93.147361 93.28796 93.293013 

10 PPB% 100 96.60791 100 100 

11 H-bond acceptor 1 2 1 2 

12 H-bond donor 1 1 1 1 

13 Rotatable bonds 0 0 0 0 

14 Hepatotoxicity Inactive Inactive Inactive Inactive 

15 Carcinogenicity Inactive Inactive Inactive Inactive 

16 Immunotoxicity Inactive Inactive Inactive Active 

17 Mutagenicity Inactive Inactive Inactive Inactive 

18 Cytotoxicity Inactive Inactive Inactive Inactive 

Where: CRV: CMC rule violations, MDDRV: MDDR violations, RFV: Rule of Five violations, 

GI: Gastrointestinal, BBB: Blood Brain-Barrier, PPB: Protein Plasma Binding, HIA: Human 

Intestinal Absorption. 
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Table S3. Antitubercular activity results by MABA Method (MIC) 

Sr. 

No. 

Sample MIC* 

100 

µg/ml 

50 

µg/ml 

25 

µg/ml 

12.5 

µg/ml 

6.2 

µg/ml 

3.12 

µg/ml 

1.6 

µg/ml 

0.8 

µg/ml 

1 9 S S S S R R R R 

2 10 S S S R R R R R 

3 11 S S S R R R R R 

4 12 S S S S S S R R 

5 INH S S S S S R R R 

6 Ethambutol S S S S S R R R 

7 Pyrazinamide S S S S R R R R 

8 Rifampicin S S S S S R R R 

9 Streptomycin S S S S S S R R 

*MIC- Minimum Inhibitory Concentration 

 


