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Figure S1. HREIMS spectrum of Compound 1.
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Figure S2. 'H NMR (500 MHz, CDCl3) spectrum of Compound 1.
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Figure S3. >*C NMR (125 MHz, CDCIs) spectrum of Compound 1.
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Figure S4. 'H-'H COSY spectrum of Compound 1.

f1 (ppm)

S3



Mar. Drugs 2015, 13

T T ~1 L

oLl ~1 L

eI
v "
L I | '
[]
L

i

I /]
) . L ]
L ]

8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0

2 (ppm)

Figure S5. HSQC spectrum of Compound 1.
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Figure S6. HMBC spectrum of Compound 1.
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Figure S7. NOESY spectrum of Compound 1.

Instrument:MAT 95XP (Thermo)
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Figure S8. HREIMS spectrum of Compound 2.
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Figure S9. 'H NMR (500 MHz, acetone-ds) spectrum of Compound 2.
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Figure S10. >*C NMR (125 MHz, acetone-ds) spectrum of Compound 2.
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Figure S11. HSQC spectrum of Compound 2.
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Figure S12. HMBC spectrum of Compound 2.
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Figure S13. NOESY spectrum of Compound 2.
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Figure S14. HREIMS spectrum of Compound 3.
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Figure S15. '"H NMR (500 MHz, Methanol-d4) spectrum of Compound 3.
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Figure S16. °C NMR (125 MHz, Methanol-d4) (A) and DEPT spectra of Compound 3 (B).
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Figure S17. HSQC spectrum of Compound 3.
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Figure S18. HMBC spectrum of Compound 3.
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Instrument:MAT 95XP (Thermo)
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Figure S19. HREIMS spectrum of Compound 4.
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Figure S20. '"H NMR (500 MHz, Methanol-d4) spectrum of Compound 4.
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Figure S21. 3C NMR (125 MHz, Methanol-ds) (A) and DEPT spectra of Compound 4 (B).
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Figure S22. 'H-'H COSY spectrum of Compound 4.
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Figure S23. HSQC spectrum of Compound 4.
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Figure S24. HMBC spectrum of Compound 4.
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Figure S25. The structures (A) and calculated ECD spectra of the two isomers of

5R,6R-1 (B) and 5S,65-1 (C).
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Figure S26. DFT-optimized low-energy structures (1-1-1-5) for SR,6R.
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Figure S27. CD spectrum of Compound 4.

© 2015 by the authors; licensee MDPI, Basel, Switzerland. This article is an open access article
distributed under the terms and conditions of the Creative Commons Attribution license
(http://creativecommons.org/licenses/by/4.0/).



