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Figure S1. HRESIMS spectrum of the new compound 1.

Tolerance =5.0 PPM / DBE: min=-1.5 max=20.0
Element prediction: Off
Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

199 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:0-100 H:0-200 O:0-50 Na:0-1

20191216_SeoYH_Gyko7F-J18_pos_re 207 (2.326)

1: TOF MS ES+

[M + Na]" 4.13e+004
A 4526950 453]2093 4542121 4552147
LA L} Ll l L L} l-l I LI L} L l LI B L ' L T LA ) l e L I LI B L ' Ll L) L ; I Ll LA | L l Ll L} L L l L. | L Ll ' T L | ; I LI ) L L ' L L Ll Wz
45250 453.00 453.50 454.00 45450 455.00 455.50
Minimum: 15.00 -1.5
Maximum: 100.00 5.0 5.0 20.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula

453.2093 100.00 453.2101 -0.8 -1.8 4.5 43.0 n/a n/a C21 H34 09 Na




Figure S2. '"H NMR spectrum (600 MHz, methanol-ds) of the new compound 1.
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Figure S3. 3*C NMR spectrum (150 MHz, methanol-ds) of the new compound 1.
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Figure S4. HSQC spectrum (600 MHz, methanol-ds) of the new compound 1.
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Figure S5. HMBC spectrum (600 MHz, methanol-ds) of the new compound 1.
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Figure S6. COSY spectrum (600 MHz, methanol-ds) of the new compound 1.
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Figure S7. NOESY spectrum (600 MHz, methanol-ds) of the new compound 1.
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Figure S8. HRESIMS spectrum of the new compound 2.

Multiple Mass Analysis: 4 mass(es) processed
Tolerance =5.0mDa / DBE: min =-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

927 formula(e) evaluated with 4 results within limits (up to 50 best isotopici matches for each mass)
Elements Used:

C:0-500 H:0-1000 ©:0-200

20191216_SeoYH_Gyko7F-J22_pos 328 (3.685) Cm (327:331)

1: TOF MS ES+ -
[M +H] 7.24+005
691.2969 713.2786
1% 650.3737 455 3301 669.2838 686.5049 | 710.2700 ) 719.2545 736.3541 7525034 1983922
IIlIIIilII|IIII|IIII|IIlI|IIII|IIII|IIIIIIIillIIiIIIlIIIIIIIIIIIIJIIII|IIII|IiII|IIII|IIIIIIIIlIIIIIIIIIIIIlIIIIIIiIIIII'IIlI'Iim;z
640 650 660 670 680 690 700 710 720 730 740 750 760
Minimum: 15.00 -1.5
Max imum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa  PPM  DBE i-FIT  Norm Conf(%) Formula
[691.2969  100.00 691.2966 0.3 0.4 12.5 102.6 0.024 97.68 (35 H47 014 |
691. 3001 3.2 4.6 345 106.4 3.761 2.32 Co3H39 0
692.3008 28.64 ——
713.2786 85.06 713.2809 -2.3 -3.2 15,5 121.6 0.282 75.42 (37 H45 014
24.5 122.7 1.403 24.58 (44 H41 09

713.2751 3.5 4.9
714.2817 22.36 -—



Figure S9. '"H NMR spectrum (600 MHz, methanol-ds) of the new compound 2.
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Figure S10. '3C NMR spectrum (150 MHz, methanol-ds) of the new compound 2.
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Figure S11. HSQC spectrum (600 MHz, methanol-ds) of the new compound 2.
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Figure S12. HMBC spectrum (600 MHz, methanol-ds) of the new compound 2.
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Figure S13. COSY spectrum (600 MHz, methanol-ds) of the new compound 2.
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Figure S14. NOESY spectrum (600 MHz, methanol-ds) of the new compound 2.
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Figure S15. "H NMR spectrum (700 MHz, DMSO-ds) of the new compound 2.
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Figure S16. 3C NMR spectrum (175 MHz, DMSO-ds) of the new compound 2.
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Figure S17. HSQC spectrum (700 MHz, DMSO-ds) of the new compound 2.
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Figure S18. HMBC spectrum (700 MHz, DMSO-ds) of the new compound 2.
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Figure S19. COSY spectrum (700 MHz, DMSO-dg) of the new compound 2.
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Figure S20. HRESIMS spectrum of the new compound 3.

Multiple Mass Analysis: 2 mass(es) processed
Tolerance =5.0 PPM / DBE: min=-1.5, max = 20.0
Element prediction: Off

Number of isotope peaks used fori-FIT =5

Monoisotopic Mass, Even Electron lons

385 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:0-100 H:0-200 O:0-50 Na:0-1

20191216_SeoYH_Gyko7F-J17_pos_re 244 (2.743)

1: TOF MS ES+ "
[M + Na] 1.20e+006

1 441.2462 4452418

A 4392360 4397381 402345 | 49229954424359 4432521 asa24e2 | TPEUS 4456535 L

439.00 440.00 441.00 442.00 443.00 44400 44500 446.00

Minimum: 15.00 -1.5
Maximum: 100.00 5.0 5.0 20.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

441.2482 100.00 441.2484 -0.2 -0.5 2.5 145.5 n/a n/a C21 H38 08 Na




Figure S21. '"H NMR spectrum (600 MHz, methanol-ds) of the new compound 3.
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Figure S22. 3C NMR spectrum (150 MHz, methanol-ds) of the new compound 3.
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Figure S23. HSQC spectrum (600 MHz, methanol-ds) of the new compound 3.
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Figure S24. HMBC spectrum (600 MHz, methanol-ds) of the new compound 3.
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Figure S25. COSY spectrum (600 MHz, methanol-ds) of the new compound 3.

COSY_GYKO7F-J17_lEOD_3.5MG_181018.ESP

B IV W S

5.0 45 4.0 35 3.0 25 2.0 15 1.0
F2 Chemical Shift (ppm)

1.0

15

2.0

25

3.0

35

4.0

45

F1 Chemical Shift (ppm)



Figure S26. NOESY spectrum (600 MHz, methanol-ds) of the new compound 3.
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Figure S27. HRESIMS spectrum of the new compound 4.

Multiple Mass Analysis: 2 mass(es) processed
Tolerance =5.0 PPM / DBE: min=-1.5 max =200
Element prediction: Off

Number of isotope peaks used fori-FIT =5

Monoisotopic Mass, Even Electron lons

652 formula(e) evaluated with 2 results within limits (up to 20 closest results for each mass)
Elements Used:

C:0-100 H:0-200 O:0-50 Na:0-1

20191216_SeoYH_Gyko7F-J19_pos_re 231 (2.600)

591.2758

1: TOF MS ES+
[M + Na]™
1 587.3036
"ﬂ] 585.7961 586.2960 586.7966 | 588.3069 533 4830  589.3069 589.7650 590.2968
ﬁﬁ_t_rjﬁ_mjﬁ_mj_ﬁﬁﬁﬁﬁ_m_'lﬁ_mﬁ_
586.00 587.00 588.00 589.00 590.00 591.00

Minimum: 15.00 -1.5

Maximum: 100.00 5.0 5.0 20.0

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

587.3036 100.00 587.3009 2.7 4.6 15.5 3.1 1.273 28.00 C36 H43 07
| 587.3043 -0.7 -1.2 3.5 2.1 0.328 72.00 C27 H4E 012 Na |

1.45e+005

m/z
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Figure S28. '"H NMR spectrum (600 MHz, methanol-ds) of the new compound 4.
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Figure S29. 3C NMR spectrum (150 MHz, methanol-ds) of the new compound 4.
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Figure S30. HSQC spectrum (600 MHz, methanol-ds) of the new compound 4.
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Figure S31. HMBC spectrum (600 MHz, methanol-ds) of the new compound 4.
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Figure S32. COSY spectrum (600 MHz, methanol-ds) of the new compound 4.
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Figure S33. NOESY spectrum (600 MHz, methanol-ds) of the new compound 4.

NOESY_GYKOTF-J19_WMEOD_3.31G_181105.ESP

bk

T
40 35

F2 Chemical Shift (ppm})

T
3.0

F1 Chemical Shift {ppm)



