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Figure S1. HRESIMS spectra of compound 1.
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Figure S2. 'H NMR (700.13 MHz, CD30D) spectrum of compound 1.
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Figure S3. °C NMR (176.04 MHz, CD3;0D) spectrum of compound 1.
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Figure S4. COSY (700.13 MHz, CD30D) spectrum of compound 1.
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Figure S5. HSQC (700.13 MHz, CD30D) spectrum of compound 1.
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Figure S6. HMBC (700.13 MHz, CD30D) spectrum of compound 1.
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Figure S7. ROESY (700.13 MHz, CD3s0D) spectrum of compound 1.
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Figure S8. *H NMR (700.13 MHz, CD30D) spectrum of the mixture of 2 and 3.
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Figure S9. *C NMR (176.04 MHz, CD3s0D) spectrum of the mixture of 2 and 3.
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Figure S10. COSY (700.13 MHz, CD30D) spectrum of the mixture of 2 and 3.
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Figure S11. HSQC (700.13 MHz, CD30D) spectrum of the mixture of 2 and 3.
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Figure S12. HMBC (700.13 MHz, CD30D) spectrum of the mixture of 2 and 3.
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Figure S13. ROESY (700.13 MHz, CD30D) spectrum of the mixture of 2 and 3.
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Figure S14. HRESIMS spectra of the mixture of 2 and 3.
(-)HRESIMS [M — Na]" ion

Intens. ~ 171-7(-).d: -MS, 1.3-1.9min #77-111
x1047 S . 4
N
- (2]
S w 9
: g ¢ g
b N —
1.5- S g
] [{e]
. =,
1.0 '
] gl
i © ™~ - § \
] 4 - o -
0.5+ 5 8 « 3 C8a8 o o o
] L & o © 4 aN  © ® 3
N N Y] © ~ ™M N N ™
1 o < 9 NREA. s o
] S 9 9 — = ® 9
i © © 3 © © © ©
Ooliknllkx‘ J A A I A N N A
ST TTSTTTTFTFTTTFTTTTTTTYV— 71T T T o+ e r T T L
602.5 605.0 607.5 610.0 612.5 615.0 617.5 620.0 622.5 mz
Intens._- 171-7(-).d:-MS, 1.3-1.9min #77-111
x1057] &
] N
. Q
57 _!
] <
T (o)
b N
4 .
- N
] ®
i <
34 a3 | &
] o |~
] Qe | Qe
2 ' ' - 00 ,
] & N Q| 3N &
. o Ny = QY
E [T} < oo © 00 o
: g S &y 2| |52 ]
1] S © O Q| | V& S
i o 0 NG [To) o
4 3] N oo N ()] o
N lN N ™
0 1 N | ) l \ \ l [ ) Y | J N \
T Y T T Y Y Y T T T ¥ T ¥ T T T T Y T ¥ T T T T Y Y
280 285 290 295 300 305 m'z
(+)HRESIMS [M + Na]* ion
Intens. - 171-7(+).d: +MS, 0.8-1.2min #46-71
. 4
™
| g &
J g
- B+~
1500 + © : a
J 5
4 2 tg
] %)
- Lo
1000 o4
4 —
4 s +
4 :' g —
1 © Te) % Q
500 > o a 3L &
b [e)] ™M N - o
_ = © =] B o
) < D © 3
B < © © «©
- : WL, 5
0 IA ll":lli"‘lk .J I.l .L‘.ldlll:‘l.“.‘ IlIAIL Aup :lulllllkllnlg NS B, I\LII A :l Ik :k WY I‘ - IJ.A:I

— f —
640 645 650 655 660 665 670 675 680 mz




18

Figure S15. HRESIMS spectra of compound 2a.
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Figure S16. HRESIMS spectra of compound 3a.
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Figure S17. (A) COSY and key HMBC correlations of the mixture of compounds 2a and 3a. (B) Key ROESY correlations of the mixture of

compounds 2a and 3a.
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Figure S18. 'H NMR (700.13 MHz, CD3s0D) spectrum of compound 2a.
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Figure S19. 3C NMR (176.04 MHz, CD30D) spectrum of compound 2a.
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Figure S20.

LA

COSY (700.13 MHz, CD30D) spectrum of compound 2a.
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Figure S21. HSQC (700.13 MHz, CD3s0D) spectrum of compound 2a.
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Figure S22. HMBC (700.13 MHz, CD30D) spectrum of compound 2a.
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Figure S23. ROESY (700.13 MHz, CD30D) spectrum of compound 2a.
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Figure S24. 'H NMR (700.13 MHz, CD30D) spectrum of compound 3a.
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Figure S25. 3C NMR (176.04 MHz, CD30D) spectrum of compound 3a.
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Figure S26. COSY (700.13 MHz, CD3s0D) spectrum of compound 3a.
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Figure S27. HSQC (700.13 MHz, CD3s0D) spectrum of compound 3a.
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Figure S28. HMBC (700.13 MHz, CD30D) spectrum of compound 3a.
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Figure S29. ROESY (700.13 MHz, CD30D) spectrum of compound 3a.
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Figure S30. HRESIMS spectra of compound 4
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Figure S31. *H NMR (700.13 MHz, CD30D) spectrum of compound 4
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Figure S32. 3C NMR (176.04 MHz, CD30D) spectrum of compound 4
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Figure S33. COSY (700.13 MHz, CD30D) spectrum of compound 4
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Figure S34. HSQC (700.13 MHz, CD30D) spectrum of compound 4
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Figure S35. HMBC (700.13 MHz, CD30D) spectrum of compound 4
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Figure S36. ROESY (700.13 MHz, CD30D) spectrum of compound 4
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Figure S37. HRESIMS spectra of compound 5
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Figure S38. 'H NMR (700.13 MHz, CD30D) spectrum of compound 5
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Figure S39. 3C NMR (176.04 MHz, CD30D) spectrum of compound 5
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Figure S40. COSY (700.13 MHz, CD30D) spectrum of compound 5

Y [ -

e s s
. |1 H [ 1
. » 0
B - . .
I I
+
% e
—— !
3 2 1 F1 [ppm]

5 4 3 2 1 F2 [ppm]



44

Figure S41. HSQC (700.13 MHz, CD30D) spectrum of compound 5
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Figure S42. HMBC (700.13 MHz, CD30D) spectrum of compound 5
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Figure S43. ROESY (700.13 MHz, CD30D) spectrum of compound 5
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