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DOCKING VALIDATION
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Name : reference RMSD (A)
Bound ligand 1  gound Tigand 1.2919
Bound ligand 2 eound 1igand 2.2793
Bound 'I'|gand 4 Bound '|'|gand 1. 2576
Bound ligand 5 eound 1igand 0.2940
Bound 'I'|gand 5] Bound '|'|gand 2.3471
Bound ligand 7 eound 1igand 1.8050
Bound 'Iwgand 8 Bound '|'|gar|.d 2.6362
Bound ligand 9 eound 1igand 2.6200
Bound lioand 10 mound 1inand 1. 8546
Bound |11gand eound 1igand 0. 0000

Fig. S1: Docked poses of reference ligand.

RMSD is the one the best method to validate the docking parameters. The docking RMSD validation is
processed by comparing the bound ligand co-ordinates with docked poses. From the above figure and
table it was observed that except few poses, other docked poses are less than 2.5 A.
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Fig. S2: 2D receptor — ligand interactions of the compounds 4a, 4h, 4j and Std (rosiglitazone) in the
active binding site of PPAR-y.



ANALYTICAL SPECTRA

Compound: 3a

Fig. S3. Chemical structure of compound 3a
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Fig. S4. 'H-NMR spectrum of compound 3a



Compound: 4a
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Fig. SS5. Chemical structure of compound 4a
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Fig. S6. IR spectrum of compound 4a.
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Fig. S7. '"H-NMR spectrum of compound 4a.
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Fig. S8. 3C-NMR spectrum of compound 4a.
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Fig. S9. Mass spectrum of compound 4a.



Compound:4b
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Fig. S10. Chemical structure of compound 4b.
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Fig. S11. IR spectrum of compound 4b.
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Fig. S13. 3C-NMR spectrum of compound 4b.
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Fig. S14. Mass spectrum of compound 4b.



HO. =
N

Fig. S15. Chemical structure of compound 4c.
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Fig. S16. IR spectrum of compound 4c.
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Fig. S17. '"H-NMR spectrum of compound 4c.
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Fig. S18. 3C-NMR spectrum of compound 4c.
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Fig. S19. Mass spectrum of compound 4c.



Compound:4d
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Fig. S20. Chemical structure of compound 4d.
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Fig. S21. IR spectrum of compound 4d.
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Fig. S22. 'TH-NMR spectrum of compound 4d.
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Fig. S23. 3C-NMR spectrum of compound 4d.
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Fig. S24. Mass spectrum of compound 4d.



Compound:4e
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Fig. S25. Chemical structure of compound 4e.
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Fig. S26. IR spectrum of compound 4e.
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Compound:4f

HO. =
N

Fig. S30. Chemical structure of compound 4f.
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Fig. S31. IR spectrum of compound 4f.
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Fig. S34. Mass spectrum of compound 4f.



Compound:4g
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Fig. S35. Chemical structure of compound 4g.
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Fig. S36. IR spectrum of compound 4g.
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Fig. S39. Mass spectrum of compound 4g.



Compound:4h

HO. =

Fig. S40. Chemical structure of compound 4h.
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Fig. S41. IR spectrum of compound 4h.
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Fig. S44. Mass spectrum of compound 4h.
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Fig. S48. 3C-NMR spectrum of compound 4i.
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Fig. S49. Mass spectrum of compound 4i.
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Fig. S53. 3C-NMR spectrum of compound 4j.
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Fig. S56. The ICs, curves for the MTT assay for the compounds 4(a-j).
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Fig. S57. Histogram showing the % cells expressed TNF-a, IL-6 and IL-1p intensity and ROS in Beta

induced SHSY-5Y cell line with the treatment of standard drug.
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Fig. S58. Histogram showing the % cells expressed TNF-a, IL-6 and IL-1p intensity and ROS in Beta
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induced SHSY-5Y cell line with the treatment of compound 4a.
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Fig. S59. Histogram showing the % cells expressed TNF-a, IL-6 and IL-1p intensity and ROS in Beta amyloid
induced SHSY-5Y cell line with the treatment of compound 4h.



