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

C:1-40 H: 1-80 0:1-20 Na: 1-1

Minimum: -1.5
Maximum: 100.0 5.0 50.0
Mass Cale. Mass mDa PPM DBE Ii-FIT Norm  Conf(%) Formula
485.3094 4853090 04 08 15 683.2 nfa nla C24 H46 O8 Na
20180503_KIOST_B2_HP 30 (0.606) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (28:32) 1: TOF MS ES+
100+ 485.3094 7.69e5
<
486.3127
487.3152
463.3276 488.3194 501.2825
ol1os0r | 4643301 aco.3371a700835 VM arrovrr  4sossaa 4832038 ; 493.3177494.3692_495.3727 P25 s022867  _s07.3a0700 %81
a T T T T T T T T L T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
460 462 464 466 468 470 472 474 476 478 480 482 484 486 488 490 492 494 496 498 500 502 504 506 508 510

Figure S1. HRESIMS data of dokdolipid A (1).
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Figure S2. *H NMR spectrum of dokdolipid A (1).
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Figure S3. 3C NMR spectrum of dokdolipid A (1).
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Figure S4. *H-'H COSY spectrum of dokdolipid A (1).
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Figure S5. HSQC spectrum of dokdolipid A (1).



T

JU A oo ik sl
4

o<

® mdwﬁﬂﬂﬂ

“@ . i mete @ )

OH

HO
HO
OH @

F1 [ppm]

50

|
100

|
200

Figure S6. HMBC spectrum of dokdolipid A (1).
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Figure S7. ROESY spectrum of dokdolipid A (1).
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Figure S8. *H NMR spectrum of the hydrolysate of dokdolipid A (1).
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Figure S9. *H NMR spectrum of (S)-MTPA (1a) ester.
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Figure S10. *H NMR spectrum of (R)-MTPA (1b) ester.
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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

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

C:1-40 H: 1-60 0:1-20 Na: 1-1

Minimum: -1.5
Maximum: 100.0 50 50.0
Mass Calc. Mass mDa PPM DBE -FIT Norm  Conf(%) Formula
483.2936 4832934 02 04 25 686.0 n'a n/a C24 H44 OB Na
20180503 _KIOST_B3_HP 29 (0.589) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (28:32) 1: TOF MS ES+
_ 483.2936 1.01e6
100
<
484.2969
485.3009
486.3058
463.304: 499.2671 .. 507.3297
613121 433092 o0 o10p uc0.3887  472.3416 4733433 478.3380 479 3426 4 A88.3246 492 4055 493.3543 ' 5002715 5052757 iz
B e e e I L S B et e o B B i e S B e S T e e S
460 462 464 466 468 470 472 474 476 478 480 482 484 486 488 490 492 494 496 498 500 502 504 506 508 510

Figure S11. HRESIMS data of dokdolipid B (2).
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Figure S12. *H NMR spectrum of dokdolipid B (2).
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Figure S13. 13C NMR spectrum of dokdolipid B (2).
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Figure S14. *H-'H COSY spectrum of dokdolipid B (2).
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Figure S15. HSQC spectrum of dokdolipid B (2).
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Figure S16. HMBC spectrum of dokdolipid B (2).
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Figure S17. *H NMR spectrum of (S)-MTPA (2a) ester.
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Figure S18. *H NMR spectrum of (R)-MTPA (2b) ester.
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Elemental Composition Report

Single Mass Analysis

Tolerance =50 PPM  / DBE min=-15 max=500
Element prediction: Off

MNumber of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

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

C:1-40 H: 1-60 0:1-20 Na: 1-1

MS ES+
1.35e6

644.5080
1 m/z

Minimum: -15
Maximum: 100.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE +FIT Norm  Conf(%) Formula
631.3669 631.3669 0.0 0.0 25 694.0 n/a n‘a C30 H56 012 Na
20180503_KIOST_B1_HP 33 (0.677) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (30:36) 1: TOF
631.3669
1004
<
632.3704
621.4189 633.3729
6202201 | 6224222 634250 626.4116  627.4149 634.3755 642.3063
o : | _624.4272 °°%| 620.3526 g 636.3446_636.8464 639.4078 641.3027 952 643.2061,
T T T T T T T T T T T T T T T T T T T T T T T 7
620 621 622 623 624 625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 644

Figure S19. HRESIMS data of dokdolipid C (3).
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Figure S20. *H NMR spectrum of dokdolipid C (3).
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Figure S21. 13C NMR spectrum of dokdolipid C (3).
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Figure S22. H-'H COSY spectrum of dokdolipid C (3).
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Figure S23. HSQC spectrum of dokdolipid C (3).
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Figure S24. HMBC spectrum of dokdolipid C (3).
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Figure S25. *H NMR spectrum of (S)-MTPA (3a) ester.
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Figure S26. *H NMR spectrum of (R)-MTPA (3b) ester.
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