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Fig. S1. HR-MS spectrum of compound 1.
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Fig. S2. HR-MS spectrum of compound 2.
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Fig. S3. Structural characterization of PTX, 3 and 4. '"H NMR spectra of (a) PTX in
CDCls, (b) compound 3 in CDCl;, (¢) PTX in DMSO-dg, (d) compound 4 in DMSO-d.
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Fig. S4. 3C NMR spectrum of compound 3 in CDCl;

S5



Intens. 976.33693
8 B
x12(_30_ [M+Na] 04\0
O 0
N ‘ OH
1.5 '}') H —
HO G H
SR
1.01 Hd © N
994 34928 1022.39323
0.5
954.35862 1076.35381
I ‘ 1100.32329
L . .JL o Al W | T In h.l oo i
i 940 960 980 1000 1020 1040 1060 1080 miz
—— +Ms
Fig. S5. HR-MS spectrum of compound 3.
myv
800 —
600 —
400
200 H
0 ___JJL
T . T T T ) L
0 5 10 15 20 25
Time (min)

Fig. S6. HPLC characterization of compound 3.
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Fig. S8. HR-MS spectrum of compound 4.
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Fig. S9. HPLC characterization of compound 4.
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Fig. S10. "H-NMR spectrum of compound 5 in DMSO-d.
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Fig. S11. 3C-NMR spectrum of compound 5 in DMSO-d.
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Fig. S12. HR-MS spectrum (positive mode) of compound 5.
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Fig. S13. HPLC characterization of compound 5.
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Fig. S14. 'TH-NMR spectrum of compound 6 in DMSO-d.
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Fig. S16. HR-MS spectrum (positive mode) of compound 6.
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Fig. S17. HPLC characterization of compound 6.
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Fig. S18. 'H-NMR spectrum of compound 7 in DMSO-d.
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Fig. S19. 3C-NMR spectrum of compound 7 in DMSO-d.
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Fig. S20. HR-MS spectrum (positive mode) of compound 7.
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Fig. S21. HPLC characterization of compound 7.
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Fig. S22. 'TH-NMR spectrum of compound 8 in DMSO-d.
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Fig. S23. 3C-NMR spectrum of compound 8 in DMSO-d.
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Fig. S25. HPLC characterization of compound 8.
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Fig. S26. 'H-NMR spectrum of compound 9 in DMSO-d.
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Fig. S29. HPLC characterization of compound 9.
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Fig. S32. HR-MS spectrum (positive mode) of compound 10.
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Fig. S34. 'TH-NMR spectrum of compound 11 in DMSO-d.
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Fig. S41. HPLC characterization of compound 12.
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Fig. S44 The results of HPLC and HR-MS analysis for MCF-7 cells extract after

treated with 5 for 4 h, using untreated cells extract as controls.
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