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S1. 'H NMR spectrum of compound 1 in CDCls.
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S2. °C NMR spectrum of compound 1 in CDCl.
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S3. DEPT135 Spectrum of compound 1 in CDCls.
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S4. HSQC spectrum of compound 1 in CDCls.
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SS. HMBC spectrum of compound 1 in CDCl;.
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S6. 'H-"H COSY spectrum of compound 1 in CDCl;.
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S7. NOESY spectrum of compound 1 in CDCl;.
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S8. IR spectrum of compound 1.
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S9. HRESIMS of compound 1.

Elemental Composition Report Page 1

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

Monoisotopic Mass, Even Electron lons

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

C:10-50 H:10-90 0O:10-20 Na: 1-1

SIPI Q-Tof micro 21-May-2014,14:34:21
YA019
WQ14-172H 1 (0.034) AM (Cen,4, 80.00, Ar,5000.0,897.50,0.70); Sm (SG, 2x3.00); Cm (1:6) TOF MS ES+
3 903.4347 2.03e4
100
% 904.4410
905.4492
o 901.9509 902.4397 903.1546 903.9424 904.8033 9057712 | ——
901.00  901.50  902.00 90250  903.00  903.50  904.00  904.50  905.00 90550  906.00  906.50
Minimum:  50.00 -1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula

903.4347 100.00 903.4354 =07 -0.8 11:5 61.8 C45 H68 017 Na
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S10. UV spectrum of compound 1.
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S11. '"H NMR spectrum of compound 2 in CDCl;.
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S12. °C NMR spectrum of compound 2 in CDCl;.
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S13. DEPT135 Spectrum of compound 2 in CDCls.
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S14. HSQC spectrum of compound 2 in CDCls.
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S15. HMBC spectrum of compound 2 in CDCls.
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S16. 'H-"H COSY spectrum of compound 2 in CDCl,,.
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S17. NOESY spectrum of compound 2 in CDCls.
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S18. IR spectrum of compound 2.
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S19. HRESIMS of compound 2.

Elemental Composition Report

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

Monoisotopic Mass, Even Electron lons

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

C:10-50 H:10-90 0:10-20 Na: 1-1

Page 1

SIPI Q-Tof micro 21-May-2014,14:25:47
M.W=908 YA019
WQ14-171H 34 (1.174) AM (Cen,4, 80.00, Ar,5000.0,897.50,0.70); Sm (SG, 2x3.00); Cm (22:34) TOF MS ES+
931.4672 1.81e4
100
% 932.4716
927.5038 928 5042 933.4708
o 819483 9215036 0234460 925 4666 | l 9344745 3304767 SmAA0d B160T i
R M s e an8 RASoA RPSAl AR AN AR EARR AR e e e -
9180 | 9200 9220 9240 = 9260 = 9280  930. o 9320 9340 = 9360  938.0 9400 | 9420

Minimum: 50.00 -1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
931.4672 100.00  931.4667 0.5 0.5 11,58 22.9 c47 H72 017 Na
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S20. UV spectrum of compound 2.
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S21. 'H NMR spectrum of the mixture of compound 3 and 4 in CDCl;.
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$22. °C NMR spectrum of the mixture of compound 3 and 4 in CDCl.
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S23. DEPT135 Spectrum of the mixture of compound 3 and 4 in CDCl;.
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S24. HSQC spectrum of the mixture of compound 3 and 4 in CDCls;.
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S25. HMBC spectrum of the mixture of compound 3 and 4 in CDCl;.
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$26. 'H-"H COSY spectrum of the mixture of compound 3 and 4 in CDCl.
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S27. NOESY spectrum of the mixture of compound 3 and 4 in CDCls.
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S28. IR spectrum of the mixture of compound 3 and 4.
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S29. HRESIMS of the mixture of compound 3 and 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

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

C:10-50 H:10-90 O:10-16 Na: 1-1

SIPI Q-Tof micro 21-May-2014,14:58:41
M.W=804 YA019
WQ14-173H1 23 (0.793) AM (Cen,4, 80.00, Ar,5000.0,823.32,0.70); Sm (SG, 2x3.00); Cm (23:37) TOF MS ES+
L 827.4189 1.62e3
100
%,
] 828.4307
s 3411 829.4391
5 825 8366325.9680 8264718 827.2260 827.8755 88,0633 8292007 1 'S
825.50 826.00 826.50 827.00 827.50 828.00 828.50 829.00 829.50 830.00
Minimum: 50.00 =15 -
Maximum:  100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
827.4189  100.00 827.4194 -0.5 -0.6 115 19.1 C43 H64 014 Na
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S30. UV spectrum of the mixture of compound 3 and 4.
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S31. The pure form of compounds 3 or 4 can be gradually interconvert into a mixture of the A*'”* E and Z forms at room

temperature.
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S32. COSY, key HMBC, and selected NOESY correlations of compound 2.
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