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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 3.0 PPM [/ DBE: min =-20.0, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

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

Elements Used:

C:0-70 H:0-100 0O:0-20 Na: 041

ID-3L4D

20200113003 37 (0.311) 1: TOF MS ES+
2 66e+005

100 BE1.2471

677.2183 8773674

080.8794 078 8704 12969982

266.0813  343.1540 487 1657 6502509

(i} miz
100 200 300 400 500 600 T00 B00 900 1000 1100 1200 1300 1400 1500
Minimum: 20,0
Maximum: 5.0 30 50.0
Mass Cale. Mass mba FPM DBE i-FIT  Conf(%) Formula

661. 2471 661, 2472 0.1 0.2 10.5 349.8 n/a C31 H4Z 014 Na
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HR-ESI-MS spectrum of compound 1
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Fig. S2 'H NMR spectrum of compound 1
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Fig. S4 3C-NMR and DEPT 135 spectra of compound 1
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Fig. S9 Experimental CD spectrum of compound 1

Elemental Composition Report

Single Mass Analysis

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

MNumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

392 formula(e) evaluated with 3 results within limits (up to 80 closest results for each mass)
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Fig. S10 HR-ESI-MS spectrum of compound 2
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

382 formula(e) evaluated with 3 results within limits (up to 60 closest results for each mass)

Elements Used:

C:0-70 H:0-200 0O:0-40 Na:01
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34
1131.4619 m
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Minimum: 1.5
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Mass Cale. Mass mba PPM DBE i-FIT  Conf(%) Formula
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661. 2507 3.0 1.5 3.5 260.1 0.0 C49 H34 0 Na

Fig. S19 HR-ESI-MS spectrum of compound 3
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Maonoisotopic Mass, Even Electron lons
408 formula(e) evaluated with 3 results within limits (up to 60 closest results for each mass)
Elements Used:
C:0-70 H:0-100 ©O:040 MNa:0-1
1D-3L4AT
20200824003 40 (0.333) 1: TOF MS ES+
1.08e+005
100 B77.2423
%
674 2333578 2445
177.0919
1328 955 13834310

1} m
100 200 300 400 500 600 700 B0O S00 1000 1100 1200 1300 1400 1500
Minimum: 1.5
Maximum: 5.0 5.0 a0.0
Mass FPM DEE i-FIT  Conf(%) Formula
677. 2423 0.3 10.5 317.9 95.18 (31 H42 015 Na
3.2 13.5 320.8 1. 79 C33 HAL 015
1.9 32,5 3261 0.02 C49 H34 02 Na

Fig. S28 HR-ESI-MS spectrum of compound 4
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
229 formula(e) evaluated with 1 results within limits (up to 60 closest results for each mass)

Elements Used:
C:0-70 H:0-200 ©O:040 Na:0-1
ID-3L4A8
2020081720 74 (0.610) 1: TOF MS ES+
1.18e+006
100 449 1823
%
50.1847
479.1923 s07 957.3774
o 17.1487 7452437 59.3830 1223.9298 1435.5580 miz
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: 1.3
Max imum: 5.0 5.0 0.0
Mass Calc. Mass mba PPM DBE i-FIT  Conf(%} Formula
179, 1923 179, 1917 0.6 1.3 9.5 386.4 n/a C24 H31 010
Fig. S37 HR-ESI-MS spectrum of compound 5
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Fig. S38 'H NMR spectrum of compound 5
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Fig. S39 °C NMR spectrum of compound 5
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Fig. S40 >*C-NMR and DEPT 135 spectra of compound 5
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
217 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elerments Used:
C:0-500 H:0-1000 O:0-200 MNa: 01
ID-3GEG
20201123-18 87 (0.718) 1: TOF MS ES+
1.78e+005
100 4591655
ag, 47T ATEZ
484 2024 3465
175.0755 247.0964 970.3609
o 12188867 1429.5101
m
100 200 300 400 500 G600 T00 800 800 1000 1100 1200 1300 1400 1500
Minimum: L3
Maximum: 5.0 5.0 a0.0
Mass Calc. Mass mba FPM DBE i-FIT  Conf{%) Formula
477, 1762 177. 1761 0.1 0.2 1.5 3525 n/fa C24 H29 010

Fig. S45 HR-ESI-MS spectrum of compound 6
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Fig. S46 'H NMR spectrum of compound 6
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Fig. S48 *C-NMR and DEPT 135 spectra of compound 6
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 1.0 PPM /| DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
388 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-500 H:0-1000 O:0-200 MNa:0-1

ID-3F8F1

20191209004 42 (0.348) 1: TOF MS ES+
1.09e+005

100 657 2526

% 2561
673.2257 12615142

752283 8152016 a71.8757 10714562 1140.4335

LI} miz
200 300 400 500 600 T00 800 900 1000 1100 1200 1300
Minimum: 1.3
Maximum: 5.0 1.0 50.0
Mass Cale. Mass mba PPY DBE i-FIT  Conf(%) Formula
657. 2526  657. 2523 0.3 0.5 1.5 3153 n/a (32 H42 013 Na

Fig. S53 HR-ESI-MS spectrum of compound 7
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
MNumber of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
514 formulale) evaluated with 3 results within limits (up to 60 closest results for each mass)
Elements Used:
C:0-70 H:0-200 ©:0-40 Na:0-1
ID-3L4A5B
20200824008 40 (0.333) 1: TOF MS ES+
1.01e+005
160 350.1498
771.2847
%
T68.2762(772 2877
787 2578 1142.9250
, 780.2686 gag 1134.4354 | 1143.9282 13864194 .0 s7s9
100 200 300 400 500 600 700 800 300 1000 1100 1200 1300 1400 1500
Minimum: 1.5
Maximum: 5.0 5.0 50,0
Maszs nla FFU DBE i-FIT  Conf(%) Formula
771, 2847 0.7 0.9 135 29L.7 83,35 C37 H48 016 Na
L7 2.2 16.5 2033 16.47 (39 H4T 016
2.8 -3.6 355 2979 0.18 (55 H40 03 Na
Fig. S61 HR-ESI-MS spectrum of compound 8
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Fig. S62 'H NMR spectrum of compound 8
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Fig. S69 Experimental CD spectrum of compound 8

Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
378 formula(e) evaluated with 3 results within limits (up to 60 closest results for each mass)

Elements Used:
C:0-60 H:0-100 0:0-25 Na:0-1
|D-3L4ABF
20200907-11 39 (0.3286) 1: TOF MS ES+
1.59e+005
100 T71.2833
Yo T68.2758 772 2872
TET.2540
e 742.2614 se28m
125.9860 01,0067 274-0854 l T2 0404 g25.1046 | 1-281E | 8352645 3172056
[} S B e i i e e e e e e e e e i e o B T
100 200 300 400 500 600 700 800 800 1000
Minimum: 1.5
Maximum: 5.0 5.0 50.0
Mass Cale. Mass mba FPM DBE i-FIT  Conf (%) Formula
TTL. 2833  771.2840 0.7 0.9 13,5 3587 96.97 (37 H48 016 Na
771. 2805 2.8 3.6 25.5 3645 0.29 C46 H43 011
TT1. 2864 31 1.0 16. 5 362.2 274 C36 H4T 016

Fig. S70 HR-ESI-MS spectrum of compound 9
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Fig. S79 Chiral-phase HPLC analytical chromatograms of compound 5
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Fig. S80 Chiral-phase HPLC analytical chromatograms of compound 6
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Fig. S81 Chiral-phase HPLC analytical chromatograms of compound 7
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Fig. S82 HPLC chromatograph for the derivative of compound 1-4, 8-9
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Fig. S83 Effect of compounds 12 and 20 on PGE2 production in LPS-stimulated
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Fig. S84 Effect of compounds 16,17 and 20 on NO production in LPS-stimulated

RAW264.7 cells
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