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1. CD spectra of 1-6, 1la-1b, and 3a

25 4
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Figure S1. The CD spectra of 1, 1a, 1b, 2, and 4 (in MeOH).

Wavelength (nm)

Figure S2. The CD spectra of 3, 3a, 5,

and 6 (in MeOH).




2. Computation Data for 1a, 2, 3b, and 4

1a-3 (11.7%) 1a-4 (11.2%)

1a-5 (1.8%)

Figure S3. The stable conformers of (3S, 7S, 8S, 9S)-1a with populations greater than
1%.



2-9 (4.2%) 2-10 (3.3%)

Figure S4. The stable conformers of (3S, 5R, 7S, 8R, 9S)-2 with populations greater
than 2%.



3b-4 (8.7%)

3b-5 (6.1%)

Figure S5. The stable conformers of (3R, 7R, 8R, 9S)-3b with populations greater
than 1%.



4-5 (3.3%) 4-6 (2.0%)

Figure S6. The stable conformers of (3S, 7R, 8R, 9S)-4 with populations greater than
1%.



3. (1D, 2D) NMR, IR, and HRESIMS spectra
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Figure S7. "H NMR spectrum of 1 (CDCl3, 400MHz)
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Figure S8. **C NMR spectrum of 1 (CDCls, 100MHz)
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Figure S9. DEPT-135 spectrum of 1 (CDCl3, 100MHz)
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Figure S10. HMQC spectrum of 1 (CDCls)
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Figure S11. HMBC spectrum of 1 (CDClI5)
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Figure S12. *H NMR spectrum of 1 (DMSO-ds, 400MHz)

11



P12-25_130 Con0oOo
DDHDH DB
EEEEEEE
o —o O o cooooon
2 e i858 2 2 = cmeo R [y -
s = SwooE = i = 3 EH 2 2 —EREEAEE =
= 28 FZEEE A o o EEa = Sooooos =
= o o = 4 [t Z 8 SEREZRE g
Vi FSUVSE [ I el
I
i
} H ’ ” \I l | Kl
| 1
T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 o0 &0 70 80 10

£1 (ppm)

Figure S13. *C NMR spectrum of 1 (DMSO-dgs, 100MHz)
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Figure S16. IR spectrum of 1
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Peking University Mass Spectrometry Sample Analysis Report
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Figure S18. *H NMR spectrum of 1a (CDCls, 400MHz)
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Figure S19. *H-'H COSY spectrum of 1a (CDCl5)
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Figure S$22. *H NMR spectrum of 1b (CDs;OD, 400MHz)
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Figure S23. HRESIMS spectrum of 1b
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Peking University Mass Spectrometry Sample Analysis Report
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Figure S25. HRESIMS spectrum of 1c
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Figure S$26. *H NMR spectrum of 2 (DMSO-ds, 400MHz)
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Figure S42. HRESIMS spectrum of 3
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