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Table S1. List of OC metabolites  
Cmpd. 

# 
Acyl 
chain 

Formula tR 
(min) 

Exp. m/z 
([M+Na]+) 

Calcd. m/z 
([M+Na]+) 

1 C16:0 C40H57O4N 15.44 638.4177 638.418 
2 C18:0 C42H61O4N 16.46 666.45 666.4498 
3 C18:1 C42H59O4N 15.52 664.4338 664.4336 
4 C18:1 C42H59O4N 15.67 664.4330 664.4336 
5 C20:1 C44H63O4N 16.51  692.4647 692.4654 
6 C20:2 C44H61O4N 15.67 690.4496 690.4498 
7 C20:2 C44H61O4N 15.77 690.4495 690.4498 
8 C20:3 C44H59O4N 14.99  688.4339 688.4336 
9 C20:5 C44H55O4N 13.71 684.4025 684.4023 
10 C22:2 C46H65O4N 16.63 718.4806 718.4811 
11 C22:6 C46H57O4N 14.05  710.4181 710.418 

 

  



 

Figure S1. Extracted ion chromatograms for compounds 1 to 11 ([M+Na]+) in the 
profile of worms Hediste diversicolor exposed to OC. 
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Figure S2. MS spectrum of compound 1 
 

 

Figure S3. Expanded MS spectrum of compound 1 
 

[M+Na]+ 

[M+NH4]+ 



 

Figure S4. MS/MS spectrum of ion at m/z 638.4180 [(1+Na)+] 
 

 

Figure S5. MS spectrum of compound 2 
 



 

Figure S6. Expanded MS spectrum of compound 2 
 

 

Figure S7. MS/MS spectrum of ion at m/z 666.4498 [(2+Na)+] 
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Figure S8. MS spectrum of compound 3 
 

 

Figure S9. Expanded MS spectrum of compound 3 
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Figure S10. MS/MS spectrum of ion at m/z 664.4336 [(3+Na)+] and [(4+Na)+] 
 

 
Figure S11. MS spectrum of compound 4 
 



 

Figure S12. Expanded MS spectrum of compound 4 
 

 
Figure S13. MS spectrum of compound 5 
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Figure S14. Expanded MS spectrum of compound 5 
 

 
Figure S15. MS/MS spectrum of ion at m/z 692.4654 [(5+Na)+] 
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Figure S16. MS/MS spectrum of ion at m/z 687.5099 [(5+NH4)+] 
 

 
Figure S17. MS spectrum of compound 6 
 



 
Figure S18. Expanded MS spectrum of compound 6 
 

 
Figure S19. MS/MS spectrum of ion at m/z 690.4498 [(6+Na)+] 
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Figure S20. MS spectrum of compound 7 
 

 
Figure S21. Expanded MS spectrum of compound 7 
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Figure S22. MS spectrum of compound 8 
 

 
Figure S23. Expanded MS spectrum of compound 8 
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Figure S24. MS/MS spectrum of ion at m/z 688.4336 [(8+Na)+] 
 

 
Figure S25. MS spectrum of compound 9 
 



 
Figure S26. Expanded MS spectrum of compound 9 
 

 
Figure S27. MS/MS spectrum of ion at m/z 684.4023 [(9+Na)+] 
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Figure S28. MS spectrum of compound 10 
 

 
Figure S29. Expanded MS spectrum of compound 10 
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Figure S30. MS/MS spectrum of ion at m/z 718.4811 [(10+Na)+] 
 

 

Figure S31. MS spectrum of compound 11 
 



 
Figure S32. Expanded MS spectrum of compound 11 
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