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Table S1. Details of the respective chemical analogues of the best five lead-like molecules in descending

order of their binding affinity scores (in kcal/mol) confirmed through docking analysis.

S. No PubChem CID Binding affinity (kcal/mol)
1. 132582306 -9.3
2. 11260294 -8.8
3. 44440845 -8.7
4. 163020300 -8.7
5. 22288010 -8.6
6. 53398699 -8.6
7. 131752285 -8.5
8. 442725 -8.5
9. 44147684 -8.5
10. 14887606 -8.4
11. 162941227 -8.4
12. 102353416 -8.3
13. 11248556 -8.3
14. 131751472 -8.3
15. 159460 -8.3
16. 73981696 -8.3
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