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Fig. S25. '"H NMR spectrum of compound 9..............coiiiiniiiiiiiiiiieiiie e

Fig. S26. 3C NMR spectrum of compound 9..............coooiiriiiiiiiiiiieeiieee e,

TH NMR (400 MHz, DMSO-d;)

Fig. S1. "H-NMR spectrum of 1.
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Fig. S2. 3C-NMR spectrum of 1.
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HRMS (ESI+) m/z Cy3Hqy;05 (M+H)* caled 215.0703, obsd 215.0701.
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Fig. S3. ESI-MS spectrum of 1.




1H NMR (400 MHz, DMSO-dg)
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Fig. S4. '"H-NMR spectrum of 2.

13C NMR (100 MHz, DMSO-dg)
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Fig. S5. 3C-NMR spectrum of 2.




HRMS (ESI+) m/z Ci3H1O4 (M+H)* caled 231.0652, obsd 231.0643.
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Fig. S6. ESI-MS spectrum of 2.




1H NMR (400 MHz, DMSO-dg)
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Fig. S7. "H-NMR spectrum of 3.

13C NMR (100 MHz, DMSO-d;)
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Fig. S8. 3C-NMR spectrum of 3.
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HRMS (ESI+) m/z C14H150, (M+H)* calcd 245.0808, obsd 245.0806.
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Fig. S9. ESI-MS spectrum of 3.




‘ TH NMR (400 MHz, DMSO-d;)
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Fig. S10. '"H-NMR spectrum of 4.
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Fig. S11. *C-NMR spectrum of 4.



HRMS (ESI+) m/z C1aH1304 (M+H)* caled 245.0808, obsd 245.0802.
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Fig. S12. ESI-MS spectrum of 4.




1H NMR (400 MHz, DMSO d;)
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Fig. S13. '"H-NMR spectrum of 5.
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Fig. S14. BC-NMR spectrum of 5.




HRMS (ESI+) m/z CicHqs0s (M+H)* caled 275.0914, obsd 275.0906.
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Fig. S15. ESI-MS spectrum of 5.




1H NMR (400 MHz, DMSO-d,)
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Fig. S16. "H-NMR spectrum of 6.

13C NMR (100 MHz, DMSO-d,)
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Fig. S17. 3C-NMR spectrum of 6.



HRMS (ESI+) m/z Cy3H1,BrO; (M+H)* calcd 292.9808, obsd
292.9802, Cy3H;0BrO; (M+2+H)* calcd 294.9789, obsd 294.9787.
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Fig. S18. ESI-MS spectrum of 6.




H NMR (500 MHz, DMSO-d,)
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Fig. S19. "H-NMR spectrum of 7.
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Fig. S20. 3C-NMR spectrum of 7.



HRMS (ESI+) m/z C15HoBrO; (M+H)* caled 370.8913, obsd 370.8900,
Cy3HeBrO; (M+2+H)* calcd 372.8893, obsd 372.8880, Cy3HgBr0s5
(M+4+H)* calcd 374.8874, obsd 374.8861.

xi0 4 [C18HBB203:+ Sean (0083 min) PIY3S3d
o]
i SR80 Q

(Cr3HEBA O \ e

OH
& Br

& 080 st
(ICF3 aBr2 0 ([C13 HB B Gt}

0 s
' 3

i vl (CBHE20H: =
G (B0 (CHaBR0Y

: B

g2

| | | | |
5 % W15 % M5 B) W5 U0 W05 M WIS N0 5 D W5 U4 Wi5 35 W5 OB N5 N7 WIS N6 UAS OB N5 %0 5 % BU5 %0 M5 B W5 W W5 B
Counls vs. Mass-o-Charge (m')

Fig. S21. ESI-MS spectrum of 7.
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Fig. S22. "H-NMR spectrum of 8.

PCU-129-2-C13 13C NMR (100 MHz, DMSO-dg) |
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Fig. S23. BC-NMR spectrum of 8.



LRMS (ESI-) m/z Cy3H00, (M-H)- calcd 230.06, obsd 299.08.

Fig. S24. ESI-MS spectrum of 8
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=aymht 1H NMR (400 MHz, DMSO-d)
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Fig. S25. "H-NMR spectrum of 9.
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Fig. S26. 3C-NMR spectrum of 9.



