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Figure S1. HRMS-ESI+ spectrum of sinularone J (1). 
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Figure S2. 1H NMR spectrum of sinularone J (1) (600 MHz, in CD3OD). 

O

O
OH

O O



Mar. Drugs 2022, 20, 186  5 of 40 
 

 

 

 

Figure S3. 13C NMR spectrum of sinularone J (1) (150 MHz, in CD3OD). 
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Figure S4. 1H-1H COSY spectrum of sinularone J (1) (600 MHz, in CD3OD). 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

O

O
OH

O O



Mar. Drugs 2022, 20, 186  7 of 40 
 

 

 

Figure S5. HSQC spectrum of sinularone J (1) (600 MHz, in CD3OD). 
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Figure S6. HMBC spectrum of sinularone J (1) (600 MHz, in CD3OD). 
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Figure S7. HRMS-ESI+ spectrum of sinularone K (2). 
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Figure S8. 1H NMR spectrum of sinularone K (2) (600 MHz, in CD3OD). 
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Figure S9. 1H-1H COSY spectrum of sinularone K (2) (600 MHz, in CD3OD). 
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Figure S10. HSQC spectrum of sinularone K (2) (600 MHz, in CD3OD). 
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Figure S11. HMBC spectrum of sinularone K (2) (600 MHz, in CD3OD). 
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Figure S12. HRMS-ESI-TOF spectrum of 1-O-octadecyl-2-pentanoyl-sn-glycero-3-phosphocholine 
(3). 
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Figure S13. 1H NMR spectrum of 1-O-octadecyl-2-pentanoyl-sn-glycero-3-phosphocholine (3) (600 
MHz, in CD3OD). 
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Figure S14. 1H-1H COSY spectrum of 1-O-octadecyl-2-pentanoyl-sn-glycero-3-phosphocholine (3) 
(600 MHz, in CD3OD). 

 

 

Figure S15. HSQC spectrum of 1-O-octadecyl-2-pentanoyl-sn-glycero-3-phosphocholine (3) (600 
MHz, in CD3OD). 
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Figure S16. HMBC spectrum of 1-O-octadecyl-2-pentanoyl-sn-glycero-3-phosphocholine (3) (600 
MHz, in CD3OD). 
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Figure S17. HRMS ESI-TOF spectrum of 1-O-(3-methox-tetradecanoyl)-sn-glycero-3-phosphocho-
line (4). 
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Figure S18. 1H NMR spectrum of 1-O-(3-methox-tetradecanoyl)-sn-glycero-3-phosphocholine (4) 
(600 MHz, in CD3OD). 
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Figure S19. 1H-1H COSY spectrum of 1-O-(3-methox-tetradecanoyl)-sn-glycero-3-phosphocholine 
(4) (600 MHz, in CD3OD). 

 

Figure S20. HSQC spectrum of 1-O-(3-methox-tetradecanoyl)-sn-glycero-3-phosphocholine (4) (600 
MHz, in CD3OD). 
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Figure S21. HRMS ESI-TOF of 1-O-octadecyl-sn-glycero-3-phosphocholine (5). 
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Figure S22. 1H NMR spectrum of compound 1-O-octadecyl-sn-glycero-3-phosphocholine (5) (600 
MHz, in CD3OD). 

 

 

 

 

 

 



Mar. Drugs 2022, 20, 186  23 of 40 
 

 

 

. 

Figure S23. HRMS-ESI+ spectrum of compound 1-palmitoyl-sn-glycero-3-phosphocholine (6). 
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Figure S24. 1H NMR spectrum of compound 1-palmitoyl-sn-glycero-3-phosphocholine (6) (600 
MHz, in CD3OD). 
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Figure S25. HRMS-ESI+ spectrumof compound 1-O-hexadecylglycerol (7). 
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Figure S26. 1H NMR spectrum of compound 1-O-hexadecylglycerol (7) (600 MHz, in CD3OD). 
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Figure S27. HRMS-ESI+ spectrumof compound 1-O-octadecylglycerol (8). 
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Figure S28. 1H NMR spectrum of compound 1-O-octadecylglycerol (8) (600 MHz, in CD3OD). 
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Figure S29. HRMS-ESI+ spectrum of compound 3-nonadecyloxy-1,2-propanediol (9). 
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Figure S30. 1H NMR spectrum of compound 3-nonadecyloxy-1,2-propanediol (9) (600 MHz, in 
CD3OD). 

 

 

 

 

 

 



Mar. Drugs 2022, 20, 186  31 of 40 
 

 

 

Figure S31. HRMS-ESI+ spectrum of compound 3-icosoxypropane-1,2-diol (10). 
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Figure S32. 1H NMR spectrum of compound 3-icosoxypropane-1,2-diol (10) (600 MHz, in CD3OD). 
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Figure S33. HRMS-ESI+ spectrum of compound 5α,8α-epidioxy-24(R/S)-hydroperoxystigmasta-
6,28-dien-3β-ol (11). 
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Figure S34. 1H NMR spectrum of compound 5α,8α-epidioxy-24(R/S)-hydroperoxystigmasta-6,28-
dien-3β-ol (11) (600 MHz, in CD3OD). 
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Figure S35. HRMS-ESI+ spectrum of compound 5α,8α-epidioxy-24(R/S)-stigmasta-6,22E-dien-3β-ol (12). 
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Figure S36. 1H NMR spectrum of compound 5α,8α-epidioxy-24(R/S)-stigmasta-6,22E-dien-3β-ol (12) 
(600 MHz, in CD3OD). 
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Figure S37. 1H NMR spectrum of compound cyclo(Val-Leu) (13) (600 MHz, in CD3OD). 
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Figure S38. 1H NMR spectrum of compound cyclo(Val-Phe) (14) (600 MHz, in CD3OD). 
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Figure S39. Dereplication of Scopalina hapalia fractions using LC-MS/MS molecular networking. (A) 
Molecular Network constructed using MS/MS data from fractions of Scopalina hapalia, obtained after 
the removal of non-polar lipids of organic crude extract, with a cosine similarity cutoff of 0.7. Edge 
thickness corresponds to relative cosine score similarity between nodes. Annotated clusters are en-
larged. (B) Cluster MN4 related to diketopiperazines. 
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Figure S40. Dereplication of Scopalina hapalia fractions using LC-MS/MS molecular networking. (A) 
Cluster MN5 related to terpenoids. (B) Cluster MN6 related to palmitoycarnithine. (C) Cluster MN7 
related to purine nucleosides. (D) Cluster MN8 related to lysophospholipids. 
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