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Elemental Composition Report

Single Mass Analysis

Tolerance =50 PPM  /  DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT= 3

Meonoisotopic Mass, Even Electron lons

41 formulaie) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-30 H: 1-50 0:1-5 Ma: 0-1

Minimum: -1.5
Maximum: 500.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE FIT Morm  Conf(%) Formula
405.2405 405.2406 0.1 02 85 953.0 nfa nia C25 H34 03 Na
20190221_B1_KIOST_HRP_1 90 (1.787) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (90:99) 1: TOF MS ES+
405.2405 1.94e6
100+
<
406.2441
407.2476
405.2035 405.3003 406.3054
04002043 401.19904014617405 5017 403.2241,43 7190404.2263 20% 7 - 408.0729408.2518 a002693100a650 41022 4112149411487
T T T T T T T T T T T T
400 401 402 403 404 405 406 407 408 409 410 411 12

Figure S1. HRESIMS data of 14,15-dehydro-6-epi-ophiobolin K (1).
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Figure S2. '"H NMR spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).
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Figure S3. 3*C NMR spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).
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Figure S4. 'H-'H COSY spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).

F1 [ppm]

2



| T T T T
50 F1 [ppm]

Figure S5. HSQC spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).
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Figure S6. HMBC spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).
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Figure S7. NOESY spectrum of 14,15-dehydro-6-epi-ophiobolin K (1).
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Elemental Composition Report

Single Mass Analysis
Tolerance = 3.0 PPM  /
Element prediction: Off
Mumber of isotope peaks used fori-FIT= 3

DBE: min=-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons
41 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-30 H: 1-50 0:1-5 Ma: 0-1

Minimum: -1.5

Maximum: 500.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Morm  Conf(%) Formula

405.2404 405.2406 -0.2 -0.5 8.5 1146.9 n'a n'a C25 H34 03 Na
20190221_B3_KIOST_HRP_1 83 (1.648) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (81 954)05 sa0a 1: TOF M% ES+6

.. .05e
407.2560
406.2440
408.2596
409.2678
399.3085
396.2905 398‘3058 ‘ 4003115 ?01.2034 403"2246 ‘ ‘ | 41ovf729 ‘4/‘1-2567 41326654143337 4153174 4172405 419.‘2193
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Figure S8. HRESIMS data of 14,15-dehydro-ophiobolin K (2).
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Figure S9. "H NMR spectrum of 14,15-dehydro-ophiobolin K (2).
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Figure S11. 'H-"H COSY spectrum of 14,15-dehydro-ophiobolin K (2).
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Figure S12. HSQC spectrum of 14,15-dehydro-ophiobolin K (2).
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Figure S13. HMBC spectrum of 14,15-dehydro-ophiobolin K (2).
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Figure S14. NOESY spectrum of 14,15-dehydro-ophiobolin K (2).
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE:min=-1.5 max=50.0
Element prediction: Off

Number of isotope peaks used fori-FIT = 3

Monoisotopic Mass, Even Electron lons

82 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-55 H: 1-80 0:1-10 Na: 0-1

Minimum: -1.5
Maximum: 500.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE -FIT Narm  Conf(%) Formula
387.2301 387.2300 0.1 03 95 1107.4 n/a n/a C25H32 02 Na
20190307_B3_KIOST_HRP_2 17 (0.364) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (17:19) 1: TOF MS ES+
100+ 387.2301 1.71e6
l
388.2334
389.2365
3752297 377.4733 3781761 374 1513 3g1.1667 383.1849 3852936 387'1932‘ ) ‘ | 391.2610 393.1689 3951442 3971953 398.4830 3993091
375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 306 397 398 399 40

Figure S15. HRESIMS data of 14,15-dehydro-6-epi-ophiobolin G (3).
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Figure S16. '"H NMR spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).
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Figure S17. 3C NMR spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).
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Figure S18. 'H-'H COSY spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).
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Figure S19. HSQC spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).

22



F1 [ppm]

T e
g 0 g be ¢ ® a@'& ﬂ‘“m
*and ’ Og”
i Eu-l aa i"u
™ & e
! 9 ]
0 it
I [} ]
s s a2 apm

Figure S20. HMBC spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).
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Figure S21.NOESY spectrum of 14,15-dehydro-6-epi-ophiobolin G (3).
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Elemental Composition Report

Single Mass Analysis
Tolerance =35.0 PPM [
Element prediction: Off
Number of isotope peaks used fori-FIT=3

DBE: min=-1.5, max=50.0

Monoisotopic Mass, Even Electron lons
40 formulale) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 1-30 H: 1-50 0:15 Na: 0-1
Minimum: -1.5
Maximum: 5000 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm  Conf{%) Formula
387.2299 387.2300 0.1 0.3 9.5 1248.9 nfa nfa C25 H32 02 Na
20190221_B2_KIOST_HRP_1 83 (1.648) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (70:91) 1: TOF MS ES+
1004 387.2299 9.49e6
o
388.2339
389.2380
387.2879
3901559 5g1 1674 agpi717 3831840 ssaqses 00243 aggarep 719 ( ass.1003 | 0290 |38930103902416 5915534 aopoese 3931682 soa1712 34519
380 381 382 383 384 385 386 387 388 389 380 381 382 383 354 385

Figure S22. HRESIMS data of 14,15-dehydro-ophiobolin G (4).
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Figure S23. '"H NMR spectrum of 14,15-dehydro-ophiobolin G (4).
26

T T T
85 8.0 75

9.0

95




aL'sy—
SBEF——

52—
2591
_.N.h_.UY

v
5¢wa
aa'97 "
Lt~
BEPE

EF'OF

EEEEL— —

082 L~
SLLEL— -
0205 b= _

80 LEL—T —
S9EEL— =

ZLRElI——

0Z'sfl——

BLBSLT

Lz ngL=—

LL'SE——

22608 —=

T T
200 190

T
210

f1 (ppm)

Figure S24. 3C NMR spectrum of 14,15-dehydro-ophiobolin G (4).
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Figure S25. 'H-'H COSY spectrum of 14,15-dehydro-ophiobolin G (4).
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Figure S26. HSQC spectrum of 14,15-dehydro-ophiobolin G (4).
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Figure S27. HMBC spectrum of 14,15-dehydro-ophiobolin G (4).
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Figure S28. NOESY spectrum of 14,15-dehydro-ophiobolin G (4).
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM  /
Element prediction: Off
Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

DBE: min =-1.5, max=50.0

82 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

2.52e6

C:1-55 H: 1-80 0:1-10 Na: 0-1

Minimum: -1.5

Maximum: 5000 50 50.0

Mass Calc. Mass mbDa PPM DBE -FIT Morm  Conf(%) Formula

387.2299 387.2300 -0.1 -0.3 95 1135.1 n/a n/a C25H32 02 Na
20190307_B1_KIOST_HRP_2 95 (1.873) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (95:98) 1: TOF MS ES+
100+ 387.2299

388.2333
389.2388
3751581 3771730 3781769 479 1865 381.1675 383 2766 385.2115\386.305‘4387'1933‘ 390.2444 391.2694 3931670 395.1451 397.3080 3983113

375 376 ar7 378 379 380 381 382 383 384 385

386 387 388 389 390 391 392 393 394 395 396 397

Figure S29. HRESIMS data of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S30. '"H NMR spectrum of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S32. 'H-'H COSY spectrum of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S33. HSQC spectrum of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S34. HMBC spectrum of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S35. NOESY spectrum of 14,15-dehydro-(Z)-14-ophiobolin G (5).
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Figure S37. '"H NMR spectrum of 6-epi-ophiobolin C (6).
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Figure S39. '"H NMR spectrum of Ophiobolin C (7).
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Figure S40. LRMS data of 6-epi-ophiobolin N (8).
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Figure S41. "H NMR spectrum of 6-epi-ophiobolin N (8).
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Figure S42. LRMS data of Ophiobolin N (9).
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Figure S43. '"H NMR spectrum of Ophiobolin N (9).
42

55

T T
8,5 6,0

0

T T T
85 8,0 75

9.0

95




