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Figure S1. 'H NMR (600 MHz, CDClI3) spectrum of (-)-8'-oxo-agelasine B (1)
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Figure S2. *C NMR (150 MHz, CDCls) spectrum of (—)-8'-oxo-agelasine B (1)
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Figure S3. DEPT135 spectrum of (-)-8'-oxo-agelasine B (1) in CDCl;
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Figure S4. HSQC spectrum of (—)-8'-oxo0-agelasine B (1) in CDCl3
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Figure S5. COSY spectrum of (-)-8'-oxo-agelasine B (1) in CDCl3
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Figure S6.

HMBC spectrum of (-)-8'-oxo0-agelasine B (1) in CDCl;
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Figure S7. *H-">N HMBC spectrum of (-)-8'-oxo-agelasine B (1) in CDCl;
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Figure S8. NOESY spectrum of (—)-8'-oxo-agelasine B (1) in CDCl;
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Figure S9. HRESIMS of (-)-8'-0xo0-agelasine B (1)
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Figure S10. UV spectrum of (—)-8'-oxo-agelasine B (1) in MeOH
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Figure S11. IR spectrum of (—)-8'-0xo0-agelasine B (1)
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Figure S12. *H NMR (600 MHz, DMSO-ds) spectrum of (+)-agelasine B (2)
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Figure S13. **C NMR (150 MHz, DMSO-ds) spectrum of (+)-agelasine B (2)
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Figure S14. DEPT135 spectrum of (+)-agelasine B (2) in DMSO-dg
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Figure S15. HSQC spectrum of (+)-agelasine B (2) in DMSO-dg
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Figure S16. COSY spectrum of (+)-agelasine B (2) in DMSO-dg
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Figure S17. HMBC spectrum of (+)-agelasine B (2) in DMSO-dg
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Figure S18. NOESY spectrum of (+)-agelasine B (2) in DMSO-dg
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Figure S19. HRESIMS of (+)-agelasine B (2)
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Figure S20. UV spectrum of (+)-agelasine B (2) in MeOH
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Figure S21. IR spectrum of (+)-agelasine B (2)
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Figure S22. *H NMR (600 MHz, CDCl3) spectrum of (+)-8'-oxo-epi-agelasine C (3)
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Figure $23. *C NMR (150 MHz, CDCls) spectrum of (+)-8'-oxo-epi-agelasine C (3)
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Figure S24.

DEPT135 spectrum of (+)-8'-oxo-epi-agelasine C (3) in CDCl3
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Figure S25. HSQC spectrum of (+)-8'-oxo-epi-agelasine C (3) in CDCl;
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Figure S26. COSY spectrum of (+)-8'-oxo-epi-agelasine C (3) in CDCl;
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Figure S27. HMBC spectrum of (+)-8'-oxo-epi-agelasine C (3) in CDCl;
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Figure S28. NOESY spectrum of (+)-8'-ox0-epi-agelasine C (3) in CDCl3
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Figure S29. HRESIMS of (+)-8'-oxo0-epi-agelasine C (3)
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Figure S30. UV spectrum of (+)-8'-0xo-epi-agelasine C (3) in MeOH
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Figure S31. IR spectrum of (+)-8'-0xo-epi-agelasine C (3)
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Figure S$32. *H NMR (400 MHz, CDCls3) spectrum of agelasine V (4)
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Figure $33. **C NMR (100 MHz, CDClIs) spectrum of agelasine V (4)

—122.54
—119.47
—105.36

2
2

—44.64

—40.58
19.9
19.31
17.09
153

X
\

L3E+05
L3E+05
3E+05
LOE+05
LOE+05
LOE+05
LOE+05
LOE+05
LIE+05
L{E+05
LI E+05
180000
60000
40000
20000
0

20000

160 150 140 130 120 110 100 90 80
f1 (ppm)

S36



Figure S34. DEPT135 spectrum of agelasine V (4) in CDCl3
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Figure S35. HSQC spectrum of agelasine V (4) in CDCl3
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Figure S36. COSY spectrum of agelasine V (4) in CDCl;
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Figure S37. HMBC spectrum of agelasine V (4) in CDCl3
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Figure S38. NOESY spectrum of agelasine V (4) in CDCl;
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Figure S39. HRESIMS of agelasine V (4)
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WQ14-078H5 4 (0.138) AM (Cen,4, 80.00, Ar,5000.0,488.30,0.70); Sm (Mn, 2x3.00); Cm ({1:9) TOF MS ES+
100- 438.3230 1.57e4
%
R 4452075
430.2724 436.3073. 437.2368
o _124.2552428.3335._1429.241 74302724 956 435 2758) | luu_;.am 442.2843 444.3110 446.2936#4?.:'2632 450.3611451 .3::7
T ' TRl o T T T T T = T T T Z
425.0 4275 430.0 4325 43|5.0 4311'.5 440.0 4425 445.0 447.5 450.0
Minimum: BO.00 — Lo
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
438.3230 100.00 438.3233 -0.3 =0T 9.5 6.0 C26 H40 N5 ©
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Figure S40. UV spectrum of agelasine V (4) in MeOH
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Figure S41. IR spectrum of agelasine V (4)
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Figure S42. *H NMR (400 MHz, CDCls3) spectrum of (+)-8'-oxo-agelasine E (5)
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Figure S43. **C NMR (100 MHz, CDClIs) spectrum of (+)-8'-oxo0-agelasine E (5)
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Figure S44. DEPT135 spectrum of (+)-8'-0xo-agelasine E (5) in CDCl;
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Figure S45. HSQC spectrum of (+)-8'-oxo0-agelasine E (5) in CDCl;
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Figure S46. COSY spectrum of (+)-8'-oxo0-agelasine E (5) in CDCl3
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Figure S47. HMBC spectrum of (+)-8'-oxo-agelasine E (5) in CDCl3
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Figure S48. NOESY spectrum of (+)-8'-ox0-agelasine E (5) in CDCl3
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Figure S49. HRESIMS of (+)-8'-0x0-agelasine E (5)

Page 1

Elemental Composition Report b
1 . i
i i
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons
48 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:5-30 H:550 N:1-5 0O:1-3
SIPI Q-Tof micro
hi-7 YAO019
WQ14-077HH 44 (1.522) AM (Cen,4, 80.00, Ar,5000.0,432.14,0.70); Sm (Mn, 2x3.00); Cm (38:55) TOF MS ES+
438 3229 432
100
% |
. 440.3829
' 437.2151 439.3262 _
i 441.30962
436.3185 440.1891 |
" i i 4379324 438.7910 | 4408622 a415004
43500  436.00 437.00 438.00 439.00 440.00 441.00 442.00
Minimum: 80.00 -1.5
Max imum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa FEM DEE i=FIT Formula
438.3229 100.00  438,3233 -0.4 =0.9 9.5 68.1 C26 HAD N5 O
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Figure S50. UV spectrum of (+)-8'-0xo-agelasine E (5) in MeOH
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Figure S51. IR spectrum of (+)-8'-0xo-agelasine E (5)
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