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Figure S1. 'TH-NMR monoamination product 8 in CDCls.
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Figure S2. 13C-NMR monoamination product 8 in CDCls.
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Figure S3. COSY-NMR monoamination product 8 in CDCls.
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Figure S4. HSQC-NMR monoamination product 8 in CDCls.
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Figure S5. HRMS-[H]* monoamination product 8.
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Figure S6. FT-IR product 8 in solid.
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Figure S7. 'TH-NMR monoamination product 9 in CDCls.
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Figure S7A. Extended 'H-NMR monoamination product 9 in CDCls.
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Figure S7B. 'H-NMR monoamination product 9 in CDCls.
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Figure S8. 'H-NMR monoamination product 10 in CDCls.
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Figure S8A. Extended 'H-NMR monoamination product 10 in CDCls.
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Figure S9. 'H-NMR monoamination product 11 in CDCls.
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Figure S9A. Extended 'H-NMR monoamination product 11 in CDCls.
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Figure $10. 'H-NMR monoamination product 12 in CDCls.
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Figure S10A. Extended 'H-NMR monoamination product 12 in CDCls.
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Figure S11. 'H-NMR monoamination product 13 in CDCls.
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Figure S11A. Extended H-NMR monoamination product 13 in CDCls.
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Figure S12. 'H-NMR homodimer 14 in DMSO.
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Figure S13. IH-NMR homodimer 15 in DMSO.
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Figure S14. 1H-NMR homodimer 16 in CDCls.
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Figure S15. 1H-NMR homodimer 17 in CDCls.
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Figure S16. 1H-NMR pharmacophore 18 in CDCls.
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Figure S16A. Extended 'H-NMR pharmacophore 18 in CDCls.
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Figure S17. 'H-NMR pharmacophore 19 in CDCls.
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Figure S17A. Extended 'H-NMR pharmacophore 19 in CDCls.
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Figure S18. 'H-NMR pharmacophore 20 in CDCls.
o)
i
2-H (td 15/19-H (m 10 OH
e e r/\ﬁ/ \ﬁ/zﬂ 1|s¢ “7
3/6-H (m) 1-H (td) NH (s) | | 16/18-H (td) 17-H (m) 2 4 8 14 16 OH (s)
8.12 7.77 7.57 7.43 7.21 \s/ \|7|/ S = 6.43
13
o)
12
]
|
|
|
A p =
8 @ o g & KR g
T T T T T i T
5 3 2 ] k4 2 3B 2
— = = = o i p= =t
T T T T T T T T T T T T T T T T T T T T T T
8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 6.8 6.7 6.6 6.5 6.4 6.3 6.2
f1 (ppm)

Figure S18A. Extended 'H-NMR pharmacophore 20 in CDCls.
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Figure S19. 'H-NMR monoamination product 21 in CDCls.
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Figure S19A. 13C-NMR monoamination product 21 in CDCls.
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Figure $20. 'H-NMR monoamination product 22 in CDCls.
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Figure S20A. 13C-NMR monoamination product 22 in CDCls.
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Figure S21. 'H-NMR monoamination product 23 in CDCls.
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Figure S23. Curve dose-response monoamination product 9.
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Figure S24. Curve dose-response monoamination product 10.
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Figure S25. Curve dose-response monoamination product 11.

150

- o} o}
© 100 Cl Cl
e QO (12
s ) )
.-E 0 0
.ae 50 -

0 T T T ?

-8 -6 -4 -2 0

log[M]

Figure S26. Curve dose-response homodimer 14.
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Figure S28. Curve dose-response pharmacophore 19.
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Figure S29. Screening GST activity monoamination products 12 (green), 13 (pink), 21 (black) and pharmacophore 20 (blue).
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Figure S30. CCsp in HEK293 of monoamination product 21.
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Figure S31. CCsp in HEK293 of monoamination product 22.
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Figure S32. CCsp in HEK293 of monoamination product 23.
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Figure S33. CCsp in HEK293 of pharmacophore 18.
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Figure S34. HOMO-LUMO bandgap determined from cyclic voltammetry of each synthetized molecule.



