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Figure S1. IR spectra of compound 2.
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Figure S2. "H NMR spectra of compound 2.
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Figure S3. 3C NMR spectra of compound 2.
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Figure S4. MS spectra of compound 2.
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Figure S5. IR spectra of compound 3a.
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Figure S6. "H NMR spectra of compound 3a.
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Figure S7. 3C NMR spectra of compound 3a.

Chemical Formula: C;o0HoNOsS
Molecular Weight: 255.25 g/mol
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Figure S8. MS spectra of compound 3a.
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Figure S9. IR spectra of compound 3b.
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Figure S10. "H NMR spectra of compound 3b.
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Figure S11. ®C NMR spectra of compound 3b.




Figure S12. MS spectra of compound 3b.
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Figure S13. IR spectra of compound 3c.
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Figure S14. 'H NMR spectra of compound 3c.
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Figure S15. ®*CNMR spectra of compound 3c.
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Figure S16. MS spectra of compound 3c.
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Figure S17. IR spectra of compound 3d.
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Figure S18. 'H NMR spectra of compound 3d.
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Figure S19. °C NMR spectra of compound 3d.
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Figure S20. MS spectra of compound 3d.
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Figure S21. IR spectra of compound 3e.
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Figure S22. "H NMR spectra of compound 3e.
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Figure 523. 3C NMR spectra of compound 3e.
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Figure S24. MS spectra of compound 3e.
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Figure S25. IR spectra of compound 3f.
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Figure S26. 1H NMR spectra of compound 3f.
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Figure S27. 3C NMR spectra of compound 3f.
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Figure S28. MS spectra of compound 3f.
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Figure S29: .IR spectra of compound 3g.
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Figure S30. 1H NMR spectra of compound 3g.
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Figure S31. *C NMR spectra of compound 3g.
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Figure S32. MS spectra of compound 3g.

Figure S33. Molecular docking studies; A, B 3D, and 2D representations for compound 2, respec-
tively; C, D 3D, and 2D representations for compound 3f, respectively; Hydrogen bonds highlighted
in green with the respective distances between the atoms involved, whereas polar, hydrophobic,
and other bonds are represented by an arc with spokes radiating towards the ligand atom.
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Figure S34. A, B, and C HB plot representations for compound 2, and 3f, respectively docking
against COX-1 enzyme.

Figure S35. Molecular docking studies; A, B 3D, and 2D representations for compound 3C, respec-
tively; C, D 3D, and 2D representations for compound 3e, respectively; Hydrogen bonds highlighted
in green with the respective distances between the atoms involved, whereas polar, hydrophobic,
and other bonds are represented by an arc with spokes radiating towards the ligand atom.
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Figure S36. A, B, and C HB plot representations for compound 3¢, and 3e, respectively docking
against COX-1 enzyme.

N

Figure S37. Molecular docking studies; A, B 3D, and 2D representations for compound 3b, respec-
tively; Hydrogen bonds highlighted in green with the respective distances between the atoms in-
volved, whereas polar, hydrophobic, and other bonds are represented by an arc with spokes radi-
ating towards the ligand atom. C HB plot representations for compound 3b docking against COX-1
enzyme.



Table S1. MTT assay on normal cell lines (WI138).

Compounds (50umol) Number of dead cells(cells/ml) Inhibition rate (%)
2 17 425
3a 4 10
3b 3 7.5
3c 11 275
3d 2 5
3e 15 375
3f 14 35

3g 16 40




