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Figure S1. 'H NMR (acetone-de, 500 MHz, 303 K) mixture of compound 3b and 6.
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Figure S2. 3C{1H} NMR (acetone-ds, 126 MHz, 303 K) mixture of compound 3b and 6.
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Figure S3. 'H NMR (acetone-de, 500 MHz, 303 K) of compound 3b.
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Figure S4. 3C{1H} NMR (acetone-de, 126 MHz, 303 K) of compound 3b.
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Figure S5. 'H NMR (acetone-ds, 500 MHz, 303 K) of compound 3c.
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Figure S6. 3C{1H} NMR (acetone-ds, 126 MHz, 303 K) of compound 3c.
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Figure S7. *H NMR (acetone-ds, 500 MHz, 303 K) of compound 3d.
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Figure S8. 3C{1H} NMR (acetone-d¢, 126 MHz, 303 K) of compound 3d.
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Figure S9. 'H NMR (acetone-ds, 500 MHz, 303 K) of compound 3e.
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Figure $10. 3C{1H} NMR (acetone-ds, 126 MHz, 303 K) of compound 3e.
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Figure S11. 'H NMR (acetone-ds, 500 MHz, 303 K) of compound 3f.
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Figure S12. 3C{1H} NMR (acetone-ds, 126 MHz, 303 K) of compound 3f.
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Figure S13. 'H NMR (acetone-ds, 500 MHz, 303 K) of compound 3g.
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Figure S14. 3C{1H} NMR (acetone-ds, 126 MHz, 303 K) of compound 3g.
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Figure S15. Experimental (black) vs theoretical (red) UV/Vis spectra of 3a — 3g.
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Figure S16. Frontier orbitals of 3a — 3g and 6.
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Figure S17. ADMET prediction for compound 1
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Figure S18. ADMET prediction for compound 3a
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Figure S19. ADMET prediction for compound 3b
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Figure S20. ADMET prediction for compound 3¢
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Figure S21. ADMET prediction for compound 3d
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Figure S22. ADMET prediction for compound 3e
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Figure S23. ADMET prediction for compound 3f
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TPSA 187 50 A:

Lipophilicity

Log P,y (ILOGP) 076

Log Fypy XLOGP3) 4.30

Log £y (WLOGP) 490

Log Py (MLOGP) 170

Log Py, (SILICOS-IT) 110

Consensus Log Fyp, 2.1

Figure S24. ADMET prediction for compound 3g

Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C3 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log KIJ (skin permeation)

Lipinski
Ghose
Veber
Egan
Muegge

Bioavailability Score

PAINS
Brenk
Leadlikeness

Sgnmetic accessibility

1.00e-02 mg/ml ; 2.31e-05 mol/l
Moderately soluble
Pharmacekinetics
Low
No
No
No
Yes
No
No
No
-5.90 em/s
Druglikeness

Yes; 1 violation: NorO=10
Yes
Na: 1 violation: TPSA=140
No: 1 violation: TPSA>131.6
Na: 1 violation: TPSA=>150
0.55

Medicinal Chemistry
0 alert
2 alerts: N_oxide, nitro_group
No: 2 violations: MW=350, XLOGP3=3.5
3.64
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