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Figure S1. "H NMR (600 MHz, MeOD) spectrum of compound 1.
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Figure S2. 'H NMR (600 MHz, MeOD) spectrum, from 0.9 to 2.8 ppm, of compound 1.
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Figure S3. *C NMR (150 MHz, MeOD) spectrum of compound 1.
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Figure S4. COSY (600 MHz, MeOD) spectrum of compound 1.
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Figure S5. COSY (600 MHz, MeOD) spectrum, from 1.8 to 2.8 ppm, of compound 1.
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Figure S6. HSQC (600 MHz, MeOD) spectrum of compound 1.
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Figure S7. HMBC (600 MHz, MeOD) spectrum of compound 1.
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Figure S8. HMBC (600 MHz, MeOD) spectrum, from 6.74 to 7.16 ppm, of compound 1.
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Figure S9. HMBC (600 MHz, MeOD) spectrum, from 1.7 to 4.1 ppm, of compound 1.
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Figure S10. NOESY (300 MHz, MeOD) spectrum of compound 1.



Figure S11. NOESY (300 MHz, MeOD) spectrum, from 1.0 to 4.5 ppm, of compound 1.
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Figure S12. NOESY (300 MHz, MeOD) spectrum. from 5.0 to 7.8 ppm, of compound 1.



MSMS: Precupsor mz -— /+ Base Peak 392.13(651966)
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Figure S13. HRESIMS (positive mode) spectrum of compound 1.
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Figure S14. 'H NMR (600 MHz, MeOD) spectrum of compound 2.
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Figure S15. *H NMR (600 MHz, MeOD) spectrum, from 2.4 to 4.2 ppm, of compound 2.
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Figure S16. *H NMR (600 MHz, MeOD) spectrum, from 5.1 to 7.7 ppm, of compound 2.
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Figure S17. *C NMR (600 MHz, MeOD) spectrum of compound 2.
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Figure S18. COSY (600 MHz, MeOD) spectrum of compound 2.
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Figure S19. COSY (600 MHz, MeOD) spectrum, from 1.2 to 4.1 ppm, of compound 2.
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Figure S20. HSQC (600 MHz, MeOD) spectrum of compound 2.
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Figure S21. HMBC (600 MHz, MeOD) spectrum of compound 2.
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Figure S22. HMBC (600 MHz, MeOD) spectrum, from 0.8 to 2.8 ppm, of compound 2.
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Figure S23. HRESIMS spectrum (positive mode) of compound 2.
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Figura S24. *H NMR (500 MHz, MeOD) spectrum of compound 3.
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Figure S25. °C NMR (125 MHz, MeOD) spectrum of compound 3.
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Figure S26. *C DEPT 135° (125 MHz, MeOD) spectrum of compound 3.



Ppm
3 L]
10
- 20
1 - 3o
-1
- 90
£ 100
=110
] - - 120
—— 130
3 - 140
- 3 160
170
Figure S27. HSQC (500 MHz, MeOD) spectrum of compound 3.
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Figure S28. HMBC (500 MHz, MeOD) spectrum of compound 3.
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Figure S29. HMBC (500 MHz, MeOD) spectrum, from 1.8 to 5.4 ppm, of compound 3.
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Figure S30. HMBC (500 MHz, MeOD) spectrum, from 5.0 to 7.3 ppm, of compound 3.

ppm



MSMS: Precursor miz —— /4 Base Peak 413, 17(4320823)

E 4151738
I A3 1531
El 5. 1151] IRE 1434 W5 MRS JE TGS 3330406 34T.DeaT IR 4783 384 1571 L t | 4240871 f
T T T T T T T T T |_|"_| T T T T T T |'_| T T L T T T T T T T T T T T T T
x5 300 325 350 I3 400 425
mz
MSME: Precursor mfz — /- Base Peak 413.16(3002256)
] 4131560
3681336
TR T
2610953 7710870 200388 3001125 325 1913 TENI3 o0 | T L 309,131, | A1ms 4411519
—t— -ttt g g
x5 300 325 350 73 400 435
mz

Figure S31. HRESIMS spectrum (positive and negative mode) of compound 3.



Ci18H26N209 NH, Ci18H27N209 H/NHZ
(calc m/z 414,1638) m/z 415,1738
(calc m/z 415,1711)

ClgHzeNzNaOQ P
m/z 437,1531 Na
(calc m/z 437,1531)

Ci18H25N209
m/z 413,1560
(calc m/z 413,1566)

‘COOH

C17H24N207 NH,
m/z 368,1536
(calc m/z 368,1589)

Figure S32. Proposed fragmentation of compound 3.
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Figure $33. 'H NMR (500 MHz, MeOD) spectrum of compound 4.
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Figure S34. *C NMR (125 MHz, MeOD) spectrum of compound 4.
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Figure $35. *C DEPT 135° (125 MHz, MeOD) spectrum of compound 4.
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Figure S36. HSQC (500 MHz, MeOD) spectrum of compound 4.
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Figure S37. HMBC (500 MHz, MeOD) spectrum of compound 4.
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Figure S38. HMBC (500 MHz, MeOD) spectrum, from 1.8 to 5.3 ppm, of compound 4.
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Figure S39. HMBC (500 MHz, MeOD) spectrum, from 5.0 to 7.6 ppm, of compound 4.
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Figure S40. HMBC (500 MHz, MeOD) spectrum, from 3.75 to 4.25 ppm, of compound 4.
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Figure S41. HRESIMS spectrum (positive and negative mode) of compound 4.
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m/z 413,1560
(calc m/z 413,1566)

Figure S42. Proposed fragmentation of compound 4.
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