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Fig. S2 13C NMR spectrum of 1 (75 MHz in CDCls)
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Fig. S3 ESI/HREMS spectrum of 1
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Fig. S4. *H NMR spectrum of 2 (300 MHz in CDCls)
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Fig. S5. **C NMR spectrum of 2 (75 MHz in CDClz)
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Fig. S6 ESI/HRMS spectrum of 2
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Fig. S8 13C NMR spectrum of 3 (75 MHz in CDCls)
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Fig. S9 ESI/HRMS spectrum of 3
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Fig. S10 *H NMR spectrum of 4 (300 MHz in CDCls)
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Fig. S11 C NMR spectrum of 4 (75 MHz in CDCls)
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Fig. S14 3C NMR spectrum of 5 (75 MHz in CDCls)
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Fig. S15 ESI/HREMS spectrum of 5
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Fig. S16 *H NMR spectrum of 6 (300 MHz in CDCls)
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Fig. S17 13C NMR spectrum of 6 (75 MHz in CDCls)
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Fig. S19 *H NMR spectrum of 7 (300 MHz in CDCls)
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Fig. S20 3C NMR spectrum of 7 (75 MHz in CDCls)
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Fig. S22 'H NMR spectrum of 8 (300 MHz in CDCls)
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Fig. S23 13C NMR spectrum of 8 (75 MHz in CDCls)
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Fig. S25 *H NMR spectrum of 9 (300 MHz in CDCls)
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Fig. S31 *H NMR spectrum of 11 (300 MHz in CDCls)
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Fig. $32 3C NMR spectrum of 11 (75 MHz in CDCls)
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Fig. S110 3C NMR spectrum of 37 (75 MHz in CDCls)
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Fig. S145 'H NMR spectrum of 41-Bio (300 MHz in CDCls)
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Fig. S146 1*C NMR spectrum of 41-Bio (75 MHz in CDCls)
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Fig. S144 ESI/HRMS spectrum of 41-Bio
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Fig. S146 *C NMR spectrum of 41-H (75 MHz in CDCls)
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Fig. S147 ESI/HRMS spectrum of 41-H
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Fig. S149 'H NMR spectrum of 41 with DTT (75 MHz in DMSO-ds)

2. The synthetic route of compound 41-H

F F

Acetic anhydride

—_—

pyridine
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Scheme S1. Reagents and Conditions: (a) sulfhydryl group, MeOH, rt, 15 min; (b)

Acetic anhydride, pyridine, rt, 12 h.

3. HPLC analysis of target compounds
1) HPLC analysis of compounds 1-15 (0.8 ml/min, 97% MeOH)
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2) HPLC analysis of compounds 16-48 (0.8 ml/min, 94% MeOH)
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