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Figure S1. High resolution ESI mass spectrum of simplexolide A (1).

Elemental Composition Report

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

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

Page 1

SIPI Q-Tof micro 21-May-2010,14:24:18
XF-16  MW=282 YAO019 0.00000000
WQ10190H 48 (1.658) AM (Cen,6, 80.00, Ar,5000.0,325.16,0.70); Sm (SG, 2x3.00); Cm (36:50) TOF MS ES+
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Figure S2. IR spectrum of simplexolide A (1).
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Figure S3. *H NMR spectrum of simplexolide A (1) in CDCls.
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Figure S4. 3C NMR spectrum of simplexolide A (1) in CDCla.
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Figure S5. H-H COSY spectrum of simplexolide A (1) CDCls
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Figure S6. HSQC spectrum of simplexolide A (1) CDCls
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Figure S7. HMBC spectrum of simplexolide A (1) CDCl3
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Figure S8. NOESY spectrum of simplexolide A (1) CDClz
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Figure S9. High resolution ESI mass spectrum of simplexolide B (2).

Eiemental Composition Report Page 1

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
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17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:530 H:5-50 0O:1-5 Na:1-1

SIPI Q-Tof micro 24-May-2010,11:01:02
XF-22a MW=282 YAOD19 0.00000000
WQ10126H 29 (1.002) AM (Cen,6, 80.00, Ar,5000.0,325.16,0.70); Sm (SG, 2x3.00); Cm (16:38) TOF MS ES+
100 305.2095 3.36eb
|
%-1
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Figure S10. IR spectrum of simplexolide B (2).
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Figure S11. *H NMR spectrum of simplexolide B (2) in CDCls.
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Figure S12. 3C NMR spectrum of simplexolide B (2) in CDCls.
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Figure S13. H-'H COSY spectrum of simplexolide B (2) in CDCls
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Figure S14. HSQC spectrum of simplexolide B (2) in CDCls.
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Figure S15.

HMBC spectrum of simplexolide B (2) in CDCla.
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Figure S16. NOESY spectrum of simplexolide B (2) in CDCls.
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Figure S17. High resolution ESI mass spectrum of simplexolide C (3).

Elemental Composition Report Page 1

Tolerance = 10.0 PPM / DBE: min=-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

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

SIPI Q-Tof micro 21-May-2010,15:33:54
XF-23b M.W=296 YAQ019 0.00000000
WQ10194H1 9 (0.311) AM (Cen,8, 80.00, Ar,5000.0,325.16,0.70); Sm (SG, 2x3.00); Cm (1:15) TOF MS ES+
319.2247 2.93e4
100 i i
!
0/0_
] 318.3119 320.2393  321.2177
0 314.2719 315.2014  316.2304 317.2075 | } | 322.2240  323.2297 324.2168 miz
LR T L LS L LSS LA LU LN BRI FLLAL SLELALILEN ILARRLELN BN SR BN IR I
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Minimum: 35.00 -1.5
Maximum: 100,00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
31%9.2247 100,00 319.2249 -0.2 -0.6 2.5 18963.8 cl8 H3Z 03 HNa

S20



Figure S18. IR spectrum of simplexolide C (3).
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Figure S19. *H NMR spectrum of simplexolide C (3) in CDCls.
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Figure S20. 3C NMR spectrum of simplexolide C (3) in CDCls
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Figure S21. *H-'H COSY spectrum of simplexolide C (3) in CDCla.
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Figure S22. HSQC spectrum of simplexolide C (3) in CDCla.
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Figure S23. HMBC spectrum of simplexolide C (3) in CDCls.
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Figure S24. NOESY spectrum of simplexolide C (3) in CDCls.
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Figure S25. High resolution ESI mass spectrum of simplexolide D (4).

Elemental Composition Report Page 1

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:56-30 H:550 0:1-5 Na:1-1

SIPI Q-Tof micro 21-May-2010,15:44:18
XF-23a M.W=296 YA019 0.00000000
WQ10195H 20 (0.691) AM (Cen,6, 80.00, Ar,5000.0,325.16,0.70); Sm (SG, 2x3.00); Cm (12:27) TOF MS ES+
100- 319.2251 7.67e5

% '
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(IR S L L L L L B L e s e (B B B B miz
300.0 305.0 310.0 315.0 320.0 325.0 330.0 335.0 3400 345.0

Minimum: 35.00 -1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc., Mass mDa PPM DBE i-FIT Formula
319,2251 100.00 219.,2249 0.2 0.6 2.5 73541.7 Cl18 H32 03 Na
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Figure S26. IR spectrum of simplexolide D (4).
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Figure S27. *H NMR spectrum of simplexolide D (4) in CDCls.
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Figure S28. 3C NMR spectrum of simplexolide D (4) in CDCls.
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Figure S29. *H-'H COSY spectrum of simplexolide D (4) in CDCls.
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Figure S30. HSQC spectrum of simplexolide D (4) in CDCls.
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Figure S31. HMBC spectrum of simplexolide D (4) in CDCla.
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Figure S32. NOESY spectrum of simplexolide D (4) in CDCls.
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Figure S33. High resolution ESI mass spectrum of simplexolide E (5).
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Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
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17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
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C:5-30 H:5-50 O:1-5 Na: 1-1

SiP| Q-Tof micro
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_ 305.2091
100
% |
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Figure S34. IR spectrum of simplexolide E (5).
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Figure S35. 'H NMR spectrum of simplexolide E (5) in CDCls.
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Figure S36. 3C NMR spectrum of simplexolide E (5) in CDCls.
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Figure S37. *H-'H COSY spectrum of simplexolide E (5) in CDCls.
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Figure S38. HSQC spectrum of simplexolide E (5) in CDCls.
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Figure S39. HMBC spectrum of simplexolide E (5) in CDCls.
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Figure S40. NOESY spectrum of simplexolide E (5) in CDCls.
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Figure S41. High resolution ESI mass spectrum of plakorfuran A (6).
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Figure S42. IR spectrum of plakorfuran A (6).
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Figure S43. *H NMR spectrum of plakorfuran A (6) in CDCls.
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Figure S44. 3C NMR spectrum of plakorfuran A (6) in CDCls.
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Figure S45. *H-'H COSY spectrum of plakorfuran A (6) in CDCls.
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Figure S46. HSQC spectrum of plakorfuran A (6) in CDCla.
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Figure S47. HMBC spectrum of plakorfuran A (6) in CDCls.
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Figure S48. NOESY spectrum of plakorfuran A (6) in CDCls.
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