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Table S1. List of OC metabolites

Cmpd. Acyl Formula tr Exp. m/z Caled. m/z
# chain (min) (IM+Nal") (IM+Nal")
1 C16:0 CsHs704N 15.44 638.4177 638.418
2 C18:0 CsHe1OsN 16.46 666.45 666.4498
3 C18:1 CaHs0O4N 15.52 664.4338 664.4336
4 C18:1 CaHs0O4N 15.67 664.4330 664.4336
5 C20:1 Cs4Heg3O4N 16.51 692.4647 692.4654
6 C20:2 Cs4He1OsN 15.67 690.4496 690.4498
7 C20:2 Cs4He1OsN 15.77 690.4495 690.4498
8 C20:3 C44Hs5004N 14.99 688.4339 688.4336
9 C20:5 Cs4Hs504N 13.71 684.4025 684.4023

10 C22:2 Cs6HesO4N 16.63 718.4806 718.4811
11 C22:6 Cs6Hs704N 14.05 710.4181 710.418
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Figure S1. Extracted ion chromatograms for compounds 1 to 11 ([M+Na]") in the
profile of worms Hediste diversicolor exposed to OC.



OC3_A #4207-4222 RT: 15.41-15.46 AV: 8 SB: 21 15.56-15.70 NL: 6.36E+007
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S2. MS spectrum of compound 1
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Figure S3. Expanded MS spectrum of compound 1



OC3_A #4210 RT: 15.42 AV: 1 NL: 8.04E+005

T: FTMS + ¢ ESI d Full ms2 638.4180@hcd30.00 [50.0000-670.0000]
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Figure S4. MS/MS spectrum of ion at m/z 638.4180 [(1+Na)']

OC3_A #4513-4528 RT: 16.44-16.49 AV: 8 SB: 24 16.21-16.37 NL: 7.75E+006
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Figure S5. MS spectrum of compound 2
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OC3_A #4513-4528 RT: 16.44-16.49 AV: 8 SB: 24 16.21-16.37 NL: 7.75E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S6. Expanded MS spectrum of compound 2

OC3_A #4514 RT: 16.44 AV: 1 NL: 7.06E+005
T: FTMS + ¢ ESI d Full ms2 666.4493@hcd30.00 [50.0000-695.0000]
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Figure S7. MS/MS spectrum of ion at m/z 666.4498 [(2+Na)"]



OC3_A #4231-4246 RT: 15.49-15.54 AV: 8 SB: 23 15.30-15.45 NL: 7.77E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S8. MS spectrum of compound 3
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OC3_A #4236 RT: 15.51 AV: 1 NL: 1.30E+006
T: FTMS + ¢ ESI d Full ms2 664.4334@hcd30.00 [50.0000-695.0000]
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Figure S10. MS/MS spectrum of ion at m/z 664.4336 [(3+Na)'] and [(4+Na)"]

OC3_A #4278-4290 RT: 15.65-15.69 AV: 6 SB: 28 15.78-15.96 NL: 2.95E7
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S11. MS spectrum of compound 4



OC3_A #4278-4290 RT: 15.65-15.69 AV: 6 SB: 28 15.78-15.96 NL: 3.23E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S12. Expanded MS spectrum of compound 4

OC3_A #4522-4552 RT: 16.47-16.57 AV: 15 SB: 12 16.34-16.42 NL: 1.18E+007
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Figure S13. MS spectrum of compound 5§



OC3_A #4522-4552 RT: 16.47-16.57 AV: 15 SB: 12 16.34-16.42 NL: 1.18E+007

T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S14. Expanded MS spectrum of compound 5

OC3_A #4522 RT: 16.47 AV: 1 NL: 6.10E+005

T: FTMS + ¢ ESI d Full ms2 692.4650@hcd30.00 [50.0000-725.0000]
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Figure S15. MS/MS spectrum of ion at m/z 692.4654 [(5+Na)']



OC3_A #4530 RT: 16.50 AV: 1 NL: 8.16E+005

T: FTMS + ¢ ESI d Full ms2 687.5099@hcd30.00 [50.0000-720.0000]
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Figure S16. MS/MS spectrum of ion at m/z 687.5099 [(5+NH4)']

OC3_A #4278-4290 RT: 15.65-15.69 AV: 6 SB: 10 15.55-15.61 NL: 1.65E+007
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OC3_A #4278-4290 RT: 15.65-15.69 AV: 6 SB: 10 15.55-156.61 NL: 1.16E+007

T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]

[M+Na]*

1004

90—

80

70+

60 —

50—

40+

Relative Abundance

30+

20+

[M+NH,]

685.4941
664.4336 Ny

690.4494

691.4527
{

{
{

692.455 +
, VK]

648.?282

665.4371

{
|

706.4231

10
i | 659.4788

[ 713.5252

.

‘ 693.4576

L,

730.3898
/ 753.5437

I
640 660

0Ll O T Ill I . lll ||1.
680

700
m/z

720

Figure S18. Expanded MS spectrum of compound 6

OC3_A #4280 RT: 15.66 AV: 1 NL: 1.44E+006

T: FTMS + ¢ ESI d Full ms2 690.4494@hcd30.00 [50.0000-720.0000]
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OC3_A #4309-4321 RT: 15.75-15.79 AV: 7 SB: 3 15.71-15.73 NL: 5.71E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S20. MS spectrum of compound 7

OC3_A #4309-4321 RT: 15.75-156.79 AV: 7 SB: 3 15.71-15.73 NL: 5.71E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S21. Expanded MS spectrum of compound 7



OC3_A #4073-4091 RT: 14.96-15.02 AV: 10 SB: 19 14.76-14.89 NL: 1.67E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S22. MS spectrum of compound 8

OC3_A #4073-4091 RT: 14.96-15.02 AV: 10 SB: 19 14.76-14.89 NL: 1.67E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S23. Expanded MS spectrum of compound 8
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OC3_A #4086 RT: 15.00 AV: 1 NL: 2.00E+005
T: FTMS + ¢ ESI d Full ms2 688.4336@hcd30.00 [50.0000-720.0000]

1004

90—

80

70+

60 —

50—

40+

30+

20+

10
:
1 | 1321135 1236.6957| 321.9242 ‘ 481.9784
1 1 1

Relative Abundance

81.0693 189.2381 975 0g83 382.1778

688.4326

0..F:'I'l""l'"I'l"'l'l""l""l"' L DL I""I"

T
100 200 300 400
m/z

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

OC3_A #3688-3709 RT: 13.67-13.74 AV: 11 SB: 12 13.56-13.64 NL: 2.37E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S25. MS spectrum of compound 9
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OC3_A #3688-3709 RT: 13.67-13.74 AV: 11 SB: 12 13.56-13.64 NL: 1.25E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S26. Expanded MS spectrum of compound 9

OC3_A #3700 RT: 13.71 AV: 1 NL: 2.20E+005
T: FTMS + ¢ ESI d Full ms2 684.4025@hcd30.00 [50.0000-715.0000]
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Figure S27. MS/MS spectrum of ion at m/z 684.4023 [(9+Na)']
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OC3_A #4560-4578 RT: 16.6-16.66 AV: 9 SB: 31 16.36-16.56 NL: 2.39E+006

T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S28. MS spectrum of compound 10

OC3_A #4560-4578 RT: 16.6-16.66 AV: 9 SB: 3

1 16.36-16.56 NL: 2.39E+006

T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S29. Expanded MS spectrum of compound 10



OC3_A #4570 RT: 16.63 AV: 1 NL: 4.19E+005
T: FTMS + ¢ ESI d Full ms2 718.4804@hcd30.00 [50.0000-750.0000]
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Figure S30. MS/MS spectrum of ion at m/z 718.4811 [(10+Na)"]

OC3_A #3792-3807 RT: 14.02-14.07 AV: 8 SB: 17 13.88-14.00 NL: 3.30E+007
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S31. MS spectrum of compound 11



OC3_A #3792-3807 RT: 14.02-14.07 AV: 8 SB: 17 13.88-14.00 NL: 1.60E+006
T: FTMS + ¢ ESI Full lock ms [133.4000-2000.0000]
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Figure S32. Expanded MS spectrum of compound 11
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