Supplementary Table C4: Summary of the results of the forced degradation of DHA when stored at various degradation conditions. The results
are shown in % as compared to peak area of DHA in the control samples

3 hours 6 hours 3 hours | 6 hours
3-days | 3-days | S5-days | 7-days | CuSO4 CuSO0q CuSO4 | CuSOq

[M-H] Control 37°C 50°C UV [8AY CaseA | CaseA | CaseB | Case B | Identified
m/z rt (min.) (%) (%) (%) (%) (%) (%) (%) (%) (%) oxylipins

327.2330 28.72 100 111 64 96 103 87 93 0.4 4 DHA
315.1966 14.29 NA 0.1 2 NA NA NA NA NA NA Unknown
315.1966 17.13 NA NA 2 NA NA NA NA NA NA Unknown
315.1966 18.07 NA 0.1 1 0.03 NA NA NA NA NA Unknown
315.1966 18.28 NA NA 0.4 NA NA NA NA NA NA Unknown
315.1966 18.58 NA 0.1 2 0.04 0.01 NA NA NA NA Unknown
315.1966 18.82 NA NA 0.1 NA NA NA NA NA NA Unknown
317.2116 16.22 NA NA 0.3 NA NA NA NA NA NA Unknown
317.2116 18.12 NA NA 0.3 NA NA NA NA NA NA Unknown
317.2116 19.44 NA NA 0.3 NA NA NA NA NA NA Unknown
317.2116 20.59 NA NA 1 NA NA NA NA NA NA Unknown
317.2116 20.84 NA NA 0.1 NA NA NA NA NA NA Unknown
317.2116 21.58 NA NA 0.2 NA NA NA NA NA NA Unknown
319.2279 20.66 NA NA 0.2 NA NA NA NA NA NA Unknown
319.2279 22.96 NA NA 0.2 NA NA NA NA NA NA Unknown
319.2279 23.92 NA NA 0.4 NA NA NA NA NA NA Unknown
333.2071 11.19 NA NA 0.4 NA NA NA NA NA NA Unknown
333.2071 11.48 NA NA 1 NA NA NA NA NA NA Unknown
333.2071 12.37 NA NA 0.2 NA NA NA NA NA NA Unknown
333.2071 12.85 NA NA 1 NA NA NA NA NA NA Unknown
333.2071 14.07 NA NA 1 NA NA NA NA NA NA Unknown
333.2071 14.64 NA NA 0.2 NA NA NA NA NA NA Unknown
333.2071 15.91 NA NA 0.2 NA NA NA NA NA NA Unknown

181



3 hours 6 hours 3 hours | 6 hours
3-days | 3-days | S5-days | 7-days | CuSO4 CuSO0q CuSO4 | CuSOq
[M-H] Control 37°C 50°C uv UV CaseA | CaseA | CaseB | Case B | Identified
m/z rt (min.) (%) (%) (%) (%) (%) (%) (%) (%) (%) oxylipins
335.2228 9.44 NA NA 0.2 NA NA NA NA NA NA Unknown
335.2228 10.01 NA NA 0.3 NA NA NA NA NA NA Unknown
335.2228 12.39 NA NA 0.2 NA NA NA NA NA NA Unknown
335.2228 13.71 NA NA 0.2 NA NA NA NA NA NA Unknown
335.2228 14.21 NA NA 1 NA NA NA NA NA NA Unknown
335.2228 14.38 NA NA 2 NA NA NA NA NA NA Unknown
335.2228 14.85 NA NA 0.3 NA NA NA NA NA NA Unknown
8,15-
335.2228 16.29 NA NA 0.2 NA NA NA NA NA NA DiHETE
335.2228 16.77 NA NA 0.4 NA NA NA NA NA NA Unknown
335.2228 17.14 NA NA 0.2 NA NA NA NA NA NA Unknown
343.2279 16.15 NA 0.1 NA 0.01 0.1 NA NA NA NA Unknown
343.2273 23.39 NA NA NA NA NA 6 1 10 ND Unknown
343.2279 24.16 NA 0.1 NA 0.1 NA NA NA NA NA Unknown
351.2177 11.79 NA NA 0.2 NA NA NA NA NA NA Unknown
351.2177 14.11 NA NA 0.4 NA NA NA NA NA NA Unknown
Estimated
mass balance 100 111 84 96 103 93 94 10 4
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Supplementary Table C5: Summary of the results of the forced degradation of EPA when stored at various degradation conditions.
The results are shown in % as compared to peak area of EPA in the control samples

3 hours | 6 hours | 3 hours | 6 hours
3-days 7-days | CuSQO4s | CuSO4 | CuSO4s | CuSO4

[M-HJ Control 3-days 50°C | 5-days uv Case A | CaseA | CaseB | Case B | Identified
m/z rt (min.) (%) 37°C (%) | (%) | UV (%) | (%) (%) (%) (%) (%) | oxylipins

301.2173 26.99 100 110 49 92 102 115 110 9 8 EPA
264.1582 23.89 NA 0.7 NA NS NA NA NA NA NA Unknown
264.1582 23.91 NA NA NA 0.2 NA NA NA NA NA Unknown
269.2275 21.31 NA 0.1 NA NA NA NA NA NA NA Unknown
269.2275 21.67 NA 0.1 NA NA NA NA NA NA NA Unknown
269.2275 22.84 NA 0.1 NA NA NA NA NA NA NA Unknown
269.2275 25.03 NA 0.1 NA 0.3 NA NA NA NA NA Unknown
269.2275 22.17 NA NA NA 0.1 0.2 NA NA NA NA Unknown
293.1760 17.83 NA 0.3 NA 0.1 NA NA NA NA NA Unknown
293.1760 19.17 NA 4 NA 0 2 NA NA NA NA Unknown
293.1760 29.02 NA 23 NA 9 11 NA NA NA NA Unknown
293.1760 15.33 NA NA NA 8 6 NA NA NA NA Unknown
295.2278 18.38 NA NA 0.3 NA NA NA NA NA NA Unknown
295.2278 20.88 NA 0.2 NA NA NA NA NA NA NA 9-HODE
295.2278 23.66 NA 0.2 NA NA NA NA NA NA NA Unknown
313.2384 16.30 NA 0.4 NA NA NA NA NA NA NA Unknown
315.1966 12.20 0.3 NA NA NA NA NA NA NA NA Unknown
315.1966 14.59 0.3 0.3 0.1 0.1 NA NA NA NA NA Unknown
315.1966 17.42 0.3 0.3 NA NA NA NA NA NA NA Unknown
315.1966 18.38 NA 0.2 NA NA NA NA NA NA NA Unknown
315.1966 18.58 0.4 0.2 NA NA NA NA NA NA NA Unknown
315.1966 21.84 NA NA 0.1 0.2 NA NA NA NA NA Unknown
317.2122 16.55 0.1 NA NA NA NA NA NA NA NA Unknown
317.2122 17.26 0.1 NA NA NA NA NA NA NA NA Unknown
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3 hours | 6 hours | 3 hours | 6 hours
3-days 7-days | CuSQ4s | CuSO4 | CuSO4s | CuSO4

[M-H] Control 3-days 50°C | 5-days UV | CaseA | CaseA | Case B | Case B | Identified
m/z rt (min.) (%) 37°C (%) (%) UV (%) | (%) (%) (%) (%) (%) oxylipins
317.2122 18.41 0.2 NA NA NA NA NA NA NA NA 20-HEPE
317.2122 18.76 0.1 NA NA NA NA NA NA NA NA Unknown
317.2122 19.73 0.1 NA NA NA NA NA NA NA NA 11-HEPE
317.2122 20.18 0.1 NA NA NA NA NA NA NA NA 12-HEPE
317.2122 20.92 0.4 NA NA NA NA NA NA NA NA Unknown
317.2122 21.18 0.3 NA NA NA NA NA NA NA NA Unknown
317.2122 21.44 0.1 NA NA NA NA NA NA NA NA Unknown
317.2122 21.87 NA 0.2 NA NA NA NA NA NA NA Unknown
333.2071 11.48 0.1 NA NA NA NA NA NA NA NA Unknown
333.2071 11.74 0.1 NA NA NA NA NA NA NA NA Unknown
333.2071 13.11 0.1 NA NA NA NA NA NA NA NA Unknown
333.2071 14.34 0.1 NA NA NA NA NA NA NA NA Unknown
335.2228 16.89 NA 0.2 NA NA NA NA NA NA NA Unknown
335.2228 28.21 NA 0.4 NA NA NA NA NA NA NA Unknown
335.2228 10.31 0.1 NA NA NA NA NA NA NA NA Unknown
335.2228 10.59 0.8 NA NA NA NA NA NA NA NA Unknown
335.2228 12.69 0.1 NA NA NA NA NA NA NA NA Unknown
335.2228 14.47 0.3 NA NA NA NA NA NA NA NA Unknown
351.2177 25.09 0.1 NA NA NA NA NA NA NA NA Unknown
351.2177 22.41 NA NA NA 0.1 NA NA NA NA NA Unknown
351.2177 23.75 NA NA NA 0.2 NA NA NA NA NA Unknown
351.2177 16.02 NA NA NA 0.1 NA NA NA NA NA Unknown
351.2177 28.59 NA NA NA 0.1 NA NA NA NA NA Unknown
353.2334 24.79 NA NA NA 7 NA NA NA NA NA Unknown
413.1980 15.74 NA 0.2 NA NA NA NA NA NA NA Unknown
413.1980 16.30 NA 2 NA NA NA NA NA NA NA Unknown
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3 hours | 6 hours | 3 hours | 6 hours
3-days 7-days | CuSQ4s | CuSO4 | CuSO4s | CuSO4
[M-H] Control 3-days 50°C | 5-days UV | CaseA | CaseA | Case B | Case B | Identified
m/z rt (min.) (%) 37°C (%) (%) UV (%) | (%) (%) (%) (%) (%) oxylipins
413.1980 17.05 NA 11 NA NA NA NA NA NA NA Unknown
413.1980 17.33 NA 1 NA NA NA NA NA NA NA Unknown
413.1980 17.63 NA 2 NA NA NA NA NA NA NA Unknown
413.1980 18.06 NA 0.3 NA NA NA NA NA NA NA Unknown
Estimated
mass
balance 113 157 50 120 120 115 110 9 18
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Supplementary Table C6 : Summary of the results of the forced degradation of PGE2 when stored at various degradation conditions. The results

are shown in % as compared to peak area of PGE2 in the control samples

[M-HJ Control 3-days 3-days 50°C 5-days 7-days UV
Reactions m/z rt (min.) (%) 37°C (%) (%) UV (%) (%) Identified oxylipins
351.2177 10.58 100 46 6 75 2 PGE2
Hydrolysis 315.1966 12.01 NA 0.4 1 NA NA Unknown
Hydrolysis 315.1966 14.29 NA 0.3 1 NA NA Unknown
Hydrolysis 315.1966 18.61 NA NA 0.7 NA 0.3 Unknown
Hydrolysis 315.1966 10.28 NA 1 NA 2 NA Unknown
Hydrolysis 315.1966 13.24 NA 0.6 NA NA NA Unknown
Hydrolysis 315.1966 13.59 NA 15 NA 6 NA Unknown
Hydrolysis 315.1966 15.12 NA 0.9 NA NA NA Unknown
Redox 333.2071 10.28 NA 0.01 NA 0.7 NA Unknown
Redox 333.2071 13.24 NA 0.3 63 NA NA Unknown
Redox 333.2071 13.62 NA 7 19 3 NA PGJ2
Redox 333.2071 13.87 NA 0.9 NA NA NA Unknown
Redox 333.2071 15.13 NA 0.4 NA NA NA Unknown
Hydrolysis 317.2166 20.27 NA NA 0.6 NA NA Unknown
Hydrolysis 317.2122 13.60 NA 0.5 NA 0.2 NA Unknown
Hydrolysis 317.2122 20.94 NA 0.2 NA 0.2 NA Unknown
Hydrolysis 317.2122 18.40 NA NA NA 0.1 NA Unknown
Hydrolysis 317.2122 21.86 NA NA NA 0.1 NA Unknown
8-1s0-PGA1
Reduction 335.2228 13.59 NA NA NA 0.1 NA
Reduction 335.2228 15.25 NA NA NA 0.4 NA 8,15-DiHETE
Reduction 335.2228 15.95 NA NA NA 0.2 NA LTB4
Unknown 343.2273 20.55 NA NA NA NA 2 Unknown

186




[M-HJ Control 3-days 3-days 50°C 5-days 7-days UV
Reactions m/z rt (min.) (%) 37°C (%) (%) UV (%) (%) Identified oxylipins
Unknown 343.2273 22.33 NA NA NA NA 30 Unknown
Unknown 343.2273 24.16 NA 0.4 NA 0.4 0.3 Unknown
Unknown 343.2273 22.80 NA NA 1 NA NA Unknown
Reduction 352.2255 23.39 NA NA 0.4 NA NA Unknown
Reduction 353.2334 24.78 NA 1 NA NA 41 Unknown
Oxidation 367.2126 20.45 NA 2 NA 14 NA Unknown
Oxidation 367.2126 24.11 NA NA NA 0.2 NA Unknown
Reduction 352.2253 14.14 NA 0.4 NA 0.5 NA Unknown
Reduction 369.2283 14.95 NA 0.1 NA NA 0.2 Unknown
Reduction 369.2283 21.64 NA NA NA NA 0.2 Unknown
Reduction 369.2283 26.49 NA NA NA NA 2 Unknown
Estimated mass
balance 100 80 94 102 77
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Supplementary Table C7: Summary of the results of the forced degradation of 13-HDHA when stored at various degradation conditions. The

results are shown in % as compared to peak area of 13-HDHA in the control samples.

3-days | 3-days
[M-H] rt Control 37°C 50°C 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
343.2279 21.56 100 112 NA 104 98 13-HDHA
Isomerization 343.2279 24.12 NA 2 NA 1 NA Unknown
Isomerization 343.2279 22.17 NA NA NA 2 NA 7-HDHA
Unknown 293.2122 18.39 NA NA 2 NA NA Unknown
Unknown 293.2122 22.10 NA NA 3 NA NA Unknown
Ketone
formation 313.2384 16.24 NA NA 3 NA NA 12,13-DiHOME
Reduction 335.2228 10.33 NA NA 2 NA NA Unknown
Reduction 335.2228 14.38 NA NA 3 NA NA Unknown
Unknown 351.2177 19.59 NA NA 0.9 NA NA Unknown
Unknown 351.2177 20.47 NA NA 0.8 NA NA Unknown
Unknown 351.2177 21.01 NA NA 0.9 NA NA Unknown
Unknown 351.2177 21.38 NA NA 0.8 NA NA Unknown
Reduction 355.1691 13.81 NA NA 2 NA NA Unknown
Reduction 355.1691 15.22 NA NA 2 NA NA Unknown
Unknown 413.1981 15.75 NA NA 2 NA NA Unknown
Unknown 413.1981 16.31 NA NA 21 NA NA Unknown
Unknown 413.1981 17.05 NA NA 99 NA NA Unknown
Unknown 413.1981 17.31 NA NA 12 NA NA Unknown
Unknown 413.1981 17.62 NA NA 14 NA NA Unknown
Unknown 413.1981 18.05 NA NA 3 NA NA Unknown
Unknown 413.1981 18.47 NA NA NA NA Unknown
Estimated
mass balance 100 114 173 107 98
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Supplementary Table C8: Summary of the results of the forced degradation of 11-HDHA when stored at various degradation conditions. The
results are shown in % as compared to peak area of 11-HDHA in the control samples.

3-days
[M-H] rt Control 37°(}; 3-days 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) 50°C (%) | UV (%) | UV (%) oxylipins
343.2273 22.36 100 115 49 96 91 11-HDHA
Isomerization 343.2273 21.11 NA 1 NA 1 1 Unknown
Isomerization 343.2273 21.89 NA NA NA 1 NA 10-HDHA
Isomerization 343.2273 24.14 NA NA NA NA 2 Unknown
Isomerization 343.2273 15.88 NA NA 2 NA 2 Unknown
Unknown 293.2122 18.12 NA NA 4 NA NA Unknown
Unknown 293.2122 18.37 NA NA 4 NA NA Unknown
Unknown 293.2122 18.83 NA NA 2 NA NA 13-HOTrE
Unknown 313.2384 16.28 NA NA 16 NA NA 12,13-DiHoME

Redox 317.2116 15.37 NA NA 3 NA NA Unknown
Redox 317.2116 16.24 NA NA 3 NA NA Unknown
Redox 317.2116 18.09 NA NA 6 NA NA Unknown
Redox 317.2116 18.47 NA NA 2 NA NA Unknown

Redox 317.2116 20.18 NA NA 2 NA NA 9-HEPE

Redox 317.2116 20.60 NA NA 14 NA NA 5-HEPE
Redox 317.2116 20.86 NA NA 4 NA NA Unknown
Redox 317.2116 21.56 NA NA 2 NA NA Unknown
Redox 317.2116 21.82 NA NA 52 NA NA Unknown
Reduction 319.2279 17.71 NA NA 2 NA NA Unknown
Reduction 319.2279 19.11 NA NA 2 NA NA Unknown
Reduction 319.2279 20.47 NA NA 1 NA NA Unknown
Reduction 319.2279 20.65 NA NA 4 NA NA Unknown

Reduction 319.2279 22.71 NA NA 2 NA NA 5-HETE
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3-days

[M-HJ Control | 37°C 3-days 5-days | 7-days Identified
Reactions m/z rt (min.) (%) (%) 50°C (%) | UV (%) | UV (%) oxylipins
Reduction 319.2279 22.98 NA NA 4 NA NA Unknown
Reduction 319.2279 23.66 NA NA 1 NA NA 14,15-EET
Reduction 319.2279 24.08 NA NA 3 NA NA 11/15-HEDE
Redox 333.2071 11.18 NA NA 6 NA NA Unknown
Redox 333.2071 11.48 NA NA 9 NA NA Unknown
Redox 333.2071 11.65 NA NA 3 NA NA Unknown
Redox 333.2071 12.37 NA NA 2 NA NA Unknown
Redox 333.2071 12.85 NA NA 9 NA NA Unknown
Redox 333.2071 13.47 NA NA 2 NA NA Unknown
Redox 333.2071 14.04 NA NA 10 NA NA Unknown
Oxidation 335.2228 9.41 NA NA 3 NA NA Unknown
Oxidation 335.2228 9.99 NA NA 5 NA NA Unknown
Oxidation 335.2228 10.33 NA NA 32 NA NA Unknown
Oxidation 335.2228 11.30 NA NA 3 NA NA Unknown
Oxidation 335.2228 12.38 NA NA 5 NA NA Unknown
Oxidation 335.2228 14.23 NA NA 17 NA NA Unknown
Oxidation 335.2228 14.37 NA NA 41 NA NA Unknown
Oxidation 335.2228 15.31 NA NA 2 NA NA 5,15-DiHETE
Oxidation 335.2228 16.27 NA NA 3 NA NA Unknown
Oxidation 335.2228 16.75 NA NA 3 NA NA Unknown
Oxidation 335.2228 2822 NA NA 2 NA NA Unknown
Redox 351.2177 6.82 NA NA 4 NA NA Unknown
Redox 351.2177 7.32 NA NA 1 NA NA Unknown
Redox 351.2177 9.11 NA NA 3 NA NA Unknown
Redox 351.2177 926 NA NA 3 NA NA Unknown
Redox 351.2177 11.78 NA NA 1 NA NA LXB4
Redox 351.2177 14.09 NA NA ) NA NA Unknown
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3-days
[M-HJ Control | 37°C 3-days 5-days | 7-days Identified
Reactions m/z rt (min.) (%) (%) 50°C (%) | UV (%) | UV (%) oxylipins
Redox 351.2177 19.60 NA NA 2 NA NA Unknown
Redox 351.2177 20.46 NA NA 1 NA NA Unknown
Redox 351.2177 21.01 NA NA 2 NA NA Unknown
Redox 351.2177 21.40 NA NA 2 NA NA Unknown
Redox 351.2177 22.52 NA NA 1 NA NA Unknown
Hydrolysis 379.2484 23.66 NA NA 2 NA NA Unknown
Hydrolysis 379.2484 24.19 NA NA 5 NA NA Unknown
Hydrolysis 379.2484 24.89 NA NA 2 NA NA Unknown
Hydrolysis 379.2484 2521 NA NA 2 NA NA Unknown
Hydrolysis 379.2484 25.63 NA NA 21 NA NA Unknown
Estimated mass
balance 100 116 372 98 95

Supplementary Table C9: Summary of the results of the forced degradation of 9-0xoODE when stored at various degradation conditions. The
results are shown in % as compared to peak area of 9-oxoODE in the control samples.

3-days | 3-days

[M-HJ rt 37°C 50°C 5-days | 7-days Identified

Reactions m/z (min.) Control (%) (%) (%) UV (%) | UV (%) oxylipins
293.2122 21.73 100 112 85 26 12 9-0x0ODE

Isomerization 293.2122 22.23 NA NA NA 37 39 unknown
Isomerization 293.2122 23.08 NA NA NA 14 12 unknown
Isomerization 293.2122 21.53 NA NA NA 25 46 unknown
Estimated mass
balance 100 112 85 103 109
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Supplementary Table C10: Summary of the results of the forced degradation of 9-HoTrE when stored at various degradation conditions. The
results are shown in % as compared to peak area of 9-HoTrE in the control samples.

3-days | 3-days
[M-H] rt Control | 37°C 50°C 5-days | 7-days UV | Identified
Reactions m/z (min.) (%) (%) (%) UV (%) (%) oxylipins
293.2122 18.61 100 119 78 99 97 9-HoTrE
Estimated mass
balance NA 100 119 78 99 97

Supplementary Table C11: Summary of the results of the forced degradation of 15-HETE when stored at various degradation conditions. The
results are shown in % as compared to peak area 15-HETE in the control samples

3-days | 3-days

[M-HJ rt Control | 37°C 50°C 5-days | 7-days UV Identified
Reactions m/z (min.) (%) (%) (%) UV (%) (%) oxylipins
319.2279 20.42 100 5 0 88 91 15-HETE
Hydrolysis 301.2173 26.96 NA 31 NA NA NA Unknown
Reduction 303.2330 29.48 NA 17 NA 2 2 Unknown
Redox 315.1966 16.67 NA NA 5 NA NA Unknown
Redox 315.1966 17.62 NA NA 2 NA NA Unknown
Redox 315.1966 17.85 NA NA 2 NA NA Unknown
Redox 315.1966 19.07 NA NA 1 NA NA Unknown
Redox 317.2122 15.78 NA NA 2 NA NA Unknown
Redox 317.2122 17.41 NA NA 1 NA NA Unknown
Redox 317.2122 17.63 NA NA 2 NA NA Unknown
Redox 317.2122 17.99 NA NA 2 NA NA Unknown
Redox 317.2122 20.07 NA NA 4 NA NA Unknown
Redox 333.2071 11.18 NA NA 4 NA NA Unknown

Redox 333.2071 12.52 NA NA 2 NA NA PGJ2
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3-days | 3-days
[M-H] rt Control | 37°C 50°C 5-days | 7-days UV Identified
Reactions m/z (min.) (%) (%) (%) UV (%) (%) oxylipins
Redox 333.2071 13.67 NA NA 2 NA NA Unknown
Redox 333.2071 14.24 NA NA 3 NA NA Unknown
Redox 333.2071 15.55 NA NA 2 NA NA Unknown
Redox 335.2228 10.06 NA NA 10 NA NA Unknown
Redox 335.2228 11.03 NA NA 2 NA NA Unknown
Redox 335.2228 12.09 NA NA 3 NA NA Unknown
Redox 335.2228 13.79 NA NA 7 NA NA Unknown
Redox 335.2228 13.92 NA NA 22 NA NA Unknown
Redox 335.2228 14.30 NA 6 NA NA NA 8,15-DIHETE
Oxidation 351.2177 8.89 NA NA 1 NA NA Unknown
Oxidation 351.2177 10.70 NA NA 1 NA NA LXA4
Oxidation 351.2177 11.49 NA NA 1 NA NA Unknown
Oxidation 351.2177 13.78 NA NA 1 NA NA Unknown
Oxidation 351.2177 15.79 NA 3 NA NA NA Unknown
Oxidation 351.2177 17.38 NA 11 NA NA NA Unknown
Oxidation 351.2177 23.36 NA 2 NA NA NA Unknown
Hydrolysis 355.2490 21.51 NA 11 NA NA NA Unknown
Hydrolysis 355.2490 24.33 NA 5 NA NA NA Unknown
Estimated mass
balance 100 88 82 90 93
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Supplementary Table C12: Summary of the results of the forced degradation of 5-0xoETE stored at various degradation conditions. The results
are shown in % as compared to peak area 5-0xoETE in the control samples.

3-days | 3-days

[M-H] rt Control | 37°C 50°C 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
317.2122 23.89 100 104 40 42 22 5-0xoETE
Isomerization 317.2122 20.74 NA 2 1 3 NA Unknown

11,12-

Isomerization 317.2122 21.70 NA 1 NA 1 NA EpETE
Isomerization 317.2122 23.68 NA NA NA NA 12 Unknown
Isomerization 317.2122 24.14 NA NA NA 13 19 Unknown
Isomerization 317.2122 24.28 NA NA NA 6 11 Unknown
Isomerization 317.2122 24.68 NA NA NA 8 8 Unknown
Reduction 319.2279 23.94 4 4 NA NA NA Unknown
Hydrolysis/Redox 335.2228 10.38 NA NA 44 NA NA Unknown

Estimated mass
balance 104 107 85 73 72

Supplementary Table C13: Summary of the results of the forced degradation of 13-0x0ODE when stored at various degradation conditions. The
results are shown in % as compared to peak area 13-0x0ODE in the control samples.

3-days | 3-days
[[M-H] rt Control 37°C 50°C 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
293.2122 21.22 100 110 69 18 16 13-0x0ODE
Isomerization 293.2122 21.52 NA NA 3 48 44 Unknown
Isomerization 293.2122 21.04 NA NA NA 34 42 Unknown
Isomerization 293.2122 22.47 NA NA NA 2 2 Unknown
Isomerization 293.2122 22.84 NA NA NA 10 9 Unknown
Estimated mass
balance 100 110 72 112 113
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Supplementary Table C14: Summary of the results of the forced degradation of 4-HDoHE when stored at various degradation conditions. The
results are shown in % as compared to peak area 4-HDoHE in the control samples.

3-days | 3-days

[M-H] rt Control | 37°C 50°C 5-days | 7-days Identified

Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins

343.2279 | 23.41 100 110 103 93 94 4-HDoHE

Isomerization | 343.2279 | 24.15 NA 1 NA NA 2 Unknown
Estimated

mass
balance 100 111 103 93 96

Supplementary Table C15: Summary of the results of the forced degradation of 11,12-EpETE when stored at various degradation conditions.
The results are shown in % as compared to peak area 11,12-EpETE in the control samples.

3-days | 3-days
[M-H] rt Control | 37°C 50°C | 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
317.2122 22.01 100 87 107 97 91 11,12-EpETE
Isomerization 317.2122 16.34 NA 3 NA NA NA Unknown
Isomerization 317.2122 18.21 NA 3 NA NA NA Unknown
Isomerization 317.2122 20.75 NA 12 NA NA NA Unknown
Hydrolysis 299.2016 18.01 NA 4 NA NA NA Unknown
Hydrolysis 299.2016 18.69 NA 2 NA NA NA Unknown
Estimated
mass balance 105 107 97 91
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Supplementary Table C16: Summary of the results of the forced degradation of LTB4 stored when stored at various degradation conditions. The
results are shown in % as compared to peak area LTB4 in the control samples

3-days | 3-days
[M-H] rt Control 37°C 50°C 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
335.2228 15.23 100 8 66 101 8 LTB4
Isomerization 335.2228 11.06 NA 2 NA NA NA Unknown
Isomerization 335.2228 11.49 NA 1 NA NA NA Unknown
Isomerization 335.2228 12.16 NA 3 NA NA NA Unknown
Isomerization 335.2228 13.67 NA 1 NA NA NA Unknown
Isomerization 335.2228 13.84 NA 14 NA NA NA Unknown
Isomerization 335.2228 14.63 NA 2 NA NA NA Unknown
Isomerization 335.2228 14.94 NA 1 1 NA 2 5,15-DIHETE
Isomerization 335.2228 15.88 NA 2 NA NA NA 5,12-DiHETE
Isomerization 335.2228 16.38 NA 5 NA NA NA Unknown
Isomerization 335.2228 22.87 NA NA 2 NA NA Unknown
Dehydration 317.2122 14.92 NA 2 NA NA NA Unknown
Dehydration 317.2122 15.82 NA 2 NA NA NA Unknown
Dehydration 317.2122 16.79 NA 2 NA NA NA Unknown
Dehydration 317.2122 17.46 NA 1 NA NA NA Unknown
Dehydration 317.2122 17.67 NA 3 NA NA NA Unknown
Dehydration 317.2122 17.98 NA 2 NA NA NA 20-HEPE
Dehydration 317.2122 20.15 NA 6 NA NA NA Unknown
Dehydration 317.2122 20.43 NA 2 NA NA NA Unknown
Dehydration 317.2122 21.13 NA 3 NA NA NA Unknown
Redox 351.2177 8.85 NA 1 NA NA NA Unknown
Redox 351.2177 8.94 NA 2 NA NA NA Unknown
Redox 351.2177 9.59 NA 2 NA NA NA PGE2
Redox 351.2177 10.76 NA 2 NA NA NA Unknown
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3-days | 3-days
[M-H] Control | 37°C 50°C | 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
Redox 351.2177 11.56 NA 1 NA NA NA Unknown
Redox 351.2177 13.83 NA 2 NA NA NA Unknown
Redox 351.2177 22.89 NA NA 50 NA NA Unknown
Hydrolysis 353.2333 13.08 NA NA 2 NA NA Unknown
Hydrolysis 353.2333 21.19 NA NA 14 NA NA Unknown
Hydrolysis 353.2333 22.22 NA NA 24 NA NA Unknown
Hydrolysis 353.2333 26.68 NA NA 1 NA NA Unknown
Hydrolysis 371.2439 22.90 NA NA 8 NA NA Unknown
Hydrolysis 371.2439 23.84 NA NA 5 NA NA Unknown
Hydrolysis 371.2439 24.48 NA NA 2 NA NA Unknown
Hydrolysis 371.2439 25.35 NA NA 3 NA NA Unknown
Estimated mass
balance 153 180 10 90

Supplementary Table C17: Summary of the results of the forced degradation of 16-HDoHE stored at various degradation conditions. The results
are shown in % as compared to peak area 16-HDoHE in the control samples.

3-days | 3-days
[M-H] rt Control 37°C 50°C 5-days 7-days Identified
m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
343.2279 21.24 100 96 94 60 66 16-HDOHE
Estimated mass balance 100 926 94 60 66
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Supplementary Table C18: Summary of the results of the forced degradation of 12-HETE when stored at various degradation conditions. The
results are shown in % as compared to peak area 12-HETE in the control samples.

3-days | 3-days
[M-HJ rt Control | 37°C 50°C | 5-days | 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
319.2279 21.25 100 110 0 100 93 12-HETE
Isomerization 319.2279 17.29 NA NA 2 NA NA Unknown
Isomerization 319.2279 20.19 NA NA 5 NA NA Unknown
Isomerization 319.2279 20.52 NA 1.7 NA 7 NA 15-HETE
Reduction 287.2381 11.20 NA NA 2 NA NA Unknown
Reduction 287.2381 16.05 NA NA 3 NA NA Unknown
Reduction 287.2381 16.60 NA NA 2 NA NA Unknown
Hydrolysis 301.2173 23.42 NA NA 8 NA NA Unknown
Hydrolysis 301.2173 25.19 NA NA 7 NA NA Unknown
Hydrolysis 301.2173 25.37 NA NA 7 NA NA Unknown
Hydrolysis 301.2173 25.88 NA NA 6 NA NA Unknown
Hydrolysis 301.2173 26.04 NA NA 3 NA NA Unknown
Hydrolysis 301.2173 26.29 NA NA 39 NA NA Unknown
Reduction 303.2330 28.31 NA NA 14 NA NA Unknown
Reduction 303.2330 28.52 NA NA 9 3 2 Unknown
Reduction 303.2330 28.91 NA NA 44 NA 5 Unknown
Redox 317.2116 14.90 NA NA 3 NA NA Unknown
Redox 317.2116 15.79 NA NA 6 NA NA Unknown
Redox 317.2116 16.81 NA NA 3 NA NA Unknown
Redox 317.2116 17.42 NA NA 2 NA NA Unknown
Redox 317.2116 17.64 NA NA 3 NA NA Unknown
Redox 317.2116 20.12 NA NA 8 NA NA Unknown
Redox 333.2228 10.95 NA NA 7 NA NA Unknown
Redox 333.2228 11.19 NA NA 11 NA NA Unknown
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3-days | 3-days
[M-H] rt Control 37°C 50°C 5-days 7-days Identified
Reactions m/z (min.) (%) (%) (%) UV (%) | UV (%) oxylipins
Redox 333.2228 11.39 NA NA 2 NA NA Unknown
Redox 333.2228 12.09 NA NA 2 NA NA Unknown
Redox 333.2228 12.52 NA NA 7 NA NA PGJ2
Redox 333.2228 13.12 NA NA 2 NA NA Unknown
Redox 333.2228 13.66 NA NA 9 NA NA Unknown
Redox 333.2228 14.09 NA NA 2 NA NA Unknown
Redox 333.2228 15.54 NA NA 4 NA NA Unknown
Redox 333.2228 17.84 NA NA 2 NA NA Unknown
Redox 335.2228 16.35 NA NA 5 NA NA Unknown
Redox 335.2490 20.13 NA 7 NA 3 NA Unknown
Redox 335.2490 24.52 NA NA NA 2 NA Unknown
Oxidation 351.2177 6.66 NA NA 6 NA NA Unknown
Oxidation 351.2177 7.21 NA NA 3 NA NA Unknown
Oxidation 351.2177 7.82 NA NA 2 NA NA Unknown
Oxidation 351.2177 8.26 NA NA 2 NA NA Unknown
Oxidation 351.2177 8.92 NA NA 4 NA NA Unknown
Oxidation 351.2177 9.57 NA NA 2 NA NA PGE2
Oxidation 351.2177 10.73 NA NA 4 NA NA Unknown
Oxidation 351.2177 11.52 NA NA 2 NA NA Unknown
Oxidation 351.2177 12.07 NA NA 2 NA NA Unknown
Oxidation 351.2177 13.79 NA NA 3 NA NA Unknown
Estimated mass
balance 100 119 256 109 101
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Supplementary Table C19: Summary of the results of the forced degradation of 9-HETE when stored at various degradation conditions. The
results are shown in % as compared to peak area 9-HETE in the control samples.

3-days | 3-days
[M-HJ rt 37°C 50°C | 5-days | 7-days Identified
Reactions m/z (min.) Control (%) (%) (%) UV (%) | UV (%) oxylipins
319.2279 21.58 100 54 21 96 91 9-HETE
Reduction 323.2592 12.51 NA 2 NA NA NA Unknown
Reduction 323.2592 19.26 NA 2 NA NA NA Unknown
Dehydration 301.2173 17.81 NA 1 NA NA NA Unknown
Dehydration 301.2173 21.59 NA 16 7 NA NA Unknown
Dehydration 301.2173 23.40 NA NA 2 NA NA Unknown
Dehydration 301.2173 25.17 NA 6 4 NA NA Unknown
Dehydration 301.2173 25.38 NA 4 2 NA NA Unknown
Dehydration 301.2173 25.60 NA 2 2 NA NA Unknown
Dehydration 301.2173 25.89 NA 8 7 NA NA Unknown
Estimated
mass
balance 100 95 45 96 91
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Supplementary Table C20: Summary of the results of the forced degradation of 11-PGF2a when stored at various degradation conditions. The
results are shown in % as compared to peak area 11-PGF2a in the control samples.

3-days | 3-days | 5-days | 7-days

[M-H] rt Control 37°C 50°C uv uv Identified
Reactions m/z (min.) (%) (%) (%) (%) (%) oxylipins
353.2334 9.27 100 129 148 95 NA 11-PGF2a
Hydrolysis/Dehydration 297.1861 10.55 NA NA NA NA 0.3 Unknown
Hydrolysis/Dehydration 297.1861 19.27 NA 0.4 ND ND NA Unknown
Hydrolysis/Dehydration 297.1861 18.97 NA NA 0.4 NA NA Unknown
Hydrolysis/Dehydration 315.1966 10.83 NA NA ND ND NA Unknown
Hydrolysis/Dehydration 315.1966 15.68 NA NA 2 ND NA Unknown
Hydrolysis/Dehydration 315.1966 18.98 NA NA 10 NA NA Unknown
Hydrolysis/Dehydration 315.1966 10.29 NA NA NA NA 0.5 Unknown
Hydrolysis/Dehydration 315.1966 13.61 NA NA NA NA 3 Unknown

Dehydration/Reduction 333.2071 10.55 NA NA NA NA 72 PGE2
Dehydration/Reduction 333.2071 15.67 NA 2 NA NA NA Unknown

Estimated mass balance 100 132 160 95 76
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Supplementary Table C21: Summary of the results of the forced degradation of PGE2 using SCIEX
Zeno trap when stored at 3 days 50°C (%). The results are shown in % as compared to peak area PGE2 in

the control samples.

M-H]

[ m/z] Rt (min.) 3-days 50°C (%) Identified oxylipins
351.2177 14.80 14 PGE2
243.1961 23.94 16 Unknown
243.1961 19.29 23 Unknown
315.1958 17.50 243 Unknown
243.1961 16.52 48 Unknown
315.1958 16.31 483 Unknown
365.2323 17.17 13 Unknown
351.2169 14.65 14 Unknown
351.1781 18.03 18 Unknown
349.2012 14.22 26 Unknown
349.2012 14.14 18 Unknown
349.2012 13.80 26 Unknown
333.2063 17.77 1149 PGJ2
333.2068 17.50 411 Unknown
333.2063 14.80 26 Unknown
321.1731 29.37 31 Unknown
321.1731 28.83 19 Unknown
309.1699 18.22 67 Unknown
309.1699 17.80 84 Unknown
309.1699 17.44 36 Unknown
307.1574 28.45 59 Unknown
307.1574 28.36 79 Unknown
307.1574 27.10 66 Unknown
307.1574 26.99 40 Unknown
337.2358 18.86 181 Unknown
297.1340 8.87 193 Unknown
253.1442 15.56 613 Unknown
297.1341 7.08 579 Unknown
297.1341 7.35 1425 Unknown
365.2323 27.50 24 Unknown
339.1440 10.15 18 Unknown
321.1732 29.51 49 Unknown
311.1495 16.11 18 Unknown
295.1546 19.14 66 Unknown
295.1546 15.99 25 Unknown
293.1783 23.91 43 Unknown

Estimated mass balance 4660
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Supplementary Table C22: Summary of the results of the forced degradation of EPA using SCIEX Zeno
trap when stored at 3-days 50°C (%). The results are shown in % as compared to peak area EPA in the
control samples

[M-HJ rt 3-days 50°C Identified
m/z (min.) (%) oxylipins
301.2174 28.94 1 EPA
297.1347 8.13 4 Unknown
297.1348 7.88 15 Unknown
299.2019 26.71 1 Unknown
299.2592 26.44 7 Unknown
301.2174 29.39 0.6 Unknown
313.1808 22.38 4 Unknown
313.2172 30.61 0.3 Unknown
315.1815 16.36 8 Unknown
315.1937 18.41 0.3 Unknown
315.1952 22.82 0.3 Unknown
315.1952 24.66 0.7 Unknown
315.1952 22.88 0.3 Unknown
317.2117 25.06 0.3 Unknown
317.2119 25.40 0.3 Unknown
317.2119 25.30 0.1 Unknown
329.1756 15.20 0.3 Unknown
335.2260 20.60 0.3 Unknown
351.1789 18.06 0.3 Unknown
357.1550 7.37 5 Unknown
365.1947 19.01 0.2 Unknown
371.2439 22.92 4 Unknown
413.1969 20.10 6 Unknown
473.2176 20.26 5 Unknown
Estimated
mass
balance 64
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Supplementary Table C23: Summary of the results of the forced degradation of DHA using SCIEX
Zeno trap when stored at 3 days 50°C (%). The results are shown in % as compared to peak area DHA in
the control samples

[M-HJ rt 3-days Identified
m/z (min.) 50°C (%) oxylipins
327.2330 30.62 2 DHA
297.1344 8.68 48 Unknown
315.1956 | 18.46 4 Unknown
315.1956 21.81 1 Unknown
315.1956 20.94 3 Unknown
315.1956 2220 4 Unknown
315.1956 7.45 12 Unknown
Estimated
mass
balance 74

204



Supplementary Table C24: Summary of the results of the forced degradation pathway using SCIEX Zeno trap and SCIEX OS software for DHA
when stored at 3 days 50°C (%).

rt Neutral Average [M-H]

Formular (min.) mass mass m/z Reaction Adducts | Peak area
C20H2503 21.81 316.2 316.39 315.1957 Ethyl to alcohol M-H 6.50E+04
Ca0Ha503 20.94 316.2 316.39 315.1965 Ethyl to alcohol M-H 1.50E+05
C20H2503 22.20 316.2 316.38 315.1965 Ethyl to alcohol M-H 1.65E+05
Ca0H2304 18.46 316.2 316.37 315.1956 Ethyl to alcohol M-H 1.79E+05

Supplementary Table C25: Summary of the results of the forced degradation pathway using SCIEX Zeno trap and SCIEX OS software for EPA

when stored at 3 days 50°C (%).

rt Neutral [M-HJ
Formula (min.) mass Average mass m/z Reaction Adducts Peak area
C20H3,04 20.60 336.23 336.42 335.2226 Oxidation and internal hydrolysis M-H 3.51E+04
C20H3003 22.26 318.22 318.39 317.2122 Oxidation and internal hydrolysis M-H 6.71E+04
C20H2303 22.82 316.2 316.38 315.1952 Ketone formation M-H 4.33E+04
Ca0H2304 24.66 316.2 316.38 315.1952 Ketone formation M-H 8.39E+04
C20H3003 23.59 318.22 318.39 317.2122 Oxidation M-H 4.07E+04
C20H3003 25.06 318.22 318.39 317.2122 Oxidation M-H 3.39E+04
C20H3004 25.40 318.22 318.39 317.2122 Oxidation M-H 1.43E+04
CisH3603 26.44 300.27 300.41 299.2592 Loss of 1.9581 M-H 8.36E+05
Ci6H2806 16.36 316.19 316.31 315.1815 Gain of 13.9641 M-H 1.03E+06
Ci5H2,06 7.88 298.14 298.27 297.1348 Loss of 4.025 M-H 1.86E+06
C20H3:04 20.60 336.23 334.42 335.2226 Oxidation and internal hydrolysis M-H 3.51E+04
C20H3003 25.40 318.22 318.39 317.2119 Oxidation M-H 3.12E+04
C20H3003 25.28 318.22 318.37 317.2119 Oxidation M-H 1.43E+04
C20H3003 25.06 318.22 318.38 317.2117 Oxidation M-H 3.39E+04
C20H3003 23.59 318.22 318.38 317.2122 Oxidation M-H 4.07E+04
C20H3003 22.26 318.22 318.39 317.2121 Oxidation M-H 6.71E+04
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rt Neutral [M-H]
Formula (min.) mass Average mass m/z Reaction Adducts Peak area
Ca0H2303 24.66 316.2 316.38 315.1959 Ketone formation M-H 8.39E+04
C20H2303 22.88 316.2 316.38 315.1952 Ketone formation M-H 4.33E+04
C20H2303 18.41 316.2 316.38 315.1937 Ketone formation M-H 3.46E+04
C21H300, 30.61 314.22 314.39 313.2172 Loss of O+formylation M-H 3.55E+04
C20H2603 22.38 314.19 314.35 313.1808 Loss of O+bis-ketone formation M-H 4.61E+05
C20H230» 26.71 300.21 300.28 299.2019 Desaturation M-H 1.44E+05
C20H3606 22.92 372.25 372.42 371.2439 gain of 70 M-H 5.02E+05
C24H3006 20.26 414.2 414.4 413.2176 Gain of 111.9792 M-H 6.30E+05
Ci5H2206 7.37 298.14 298.29 357.1550 Loss of 4.08 M+CH;COO- | 5.74E+05
C24H3006 20.10 414.2 414.4 413.1969 Gain of 111.9796 M-H 7.96E+05
Ci5H2206 8.13 298.14 298.26 297.1347 Loss of 4.0826 M-H 5.47E+05
C20H2604 15.20 330.18 330.33 329.1756 Bis-ketone formation M-H 3.42E+04
Ci9H2305 18.06 352.19 352.36 351.1789 Tetra-oxidation and demethylation M-H 3.85E+04
C20H3006 19.01 366.2 366.37 365.1947 Tetra-oxidation M-H 2.54E+04

Supplementary Table C26: Summary of the results of the forced degradation pathway using SCIEX Zeno trap and SCIEX OS software for PGE2

when stored at 3 days 50°C (%).

Neutral Average [M-H]
Formula rt (min.) mass mass m/z Reaction Adducts Peak area
Demethylation and

Ci9H3007 17.77 370.19 370.37 369.1822 di-Oxidation M-H 4.12E+04
Ci14H2503 23.94 244.2 244.32 243.1961 Loss of 108.0216 M-H 3.36E+04
Ci4H2503 19.29 244.2 244.34 243.1961 Loss of 108.0216 M-H 4.70E+04
C20H3004 17.50 334.21 334.38 315.1958 Loss of water M-H-H,0 5.04E5
Ci3H2404 16.52 244.17 244.28 243.1960 Loss of 108.0577 M-H 1.00E+06
Ci6H2806 16.31 316.19 316.33 315.1810 Loss of 36.0367 M-H 1.00E+06
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Neutral Average [M-H]
Formula rt (min.) mass mass m/z Reaction Adducts Peak area
C21H3405 17.17 366.24 366.42 365.2323 Methylation M-H 2.60E+04
Demethylation and
Ci9H2305 18.03 352.19 352.35 351.1781 methylene to ketone M-H 3.68E+04
C20H3005 14.22 350.21 350.4 349.2012 Desaturation M-H 5.45E+04
Co0H300s5 14.14 350.21 350.4 349.2012 Desaturation M-H 3.70E+04
C20H3005 13.80 350.21 350.38 349.2012 Desaturation M-H 5.27E+04
Ca0H3004 17.77 334.21 3344 333.2068 Loss of water M-H 2.38E+06
C20H3004 17.50 334.21 334.38 333.2063 Loss of water M-H 8.51E+05
Ca0H3004 14.80 334.21 334.39 333.2061 Loss of water M-H 5.34E+04
Loss of O+ethyl
Ci3H260s 29.37 322.18 322.32 321.1732 ether to acid M-H 6.40E+04
Loss of O+ethyl
Ci8H260s 28.83 322.31 321.17 321.1730 ether to acid M-H 3.91E+04
loss of O+ehyl
Ci7H260s 18.22 310.18 310.34 309.1699 ketone to acid M-H 1.40E+05
Loss of O+ehyl
Ci7H2605 17.80 310.18 310.33 309.1699 ketone to acid M-H 1.73E+05
Loss of O+ehyl
Ci7H260s 17.44 310.18 310.33 309.1699 ketone to acid M-H 7.40E+04
Loss of O+ehyl
Ci7H2405 28.45 308.16 308.3 307.1576 ketone to acid M-H 1.22E+05
Loss of O+propyl
Ci7H240s 28.36 308.16 308.3 307.1575 ether to acid M-H 1.63E+05
Loss of O+propyl
Ci7H2405 27.10 308.16 308.29 307.1575 ether to acid M-H 1.37E+05
Loss of O+propyl
Ci7H240s 26.99 308.16 308.28 307.1574 ether to acid M-H 8.19E+04
Loss of
Ca0H3404 18.86 338.24 338.42 337.2358 O-+thydrogenation M-H 3.74E+05
Ci5H2:06 8.87 298.14 298.26 297.1340 Loss of 54.0837 M-H 4.00E+05
Ci14H2,04 15.56 254.15 254.26 253.1442 Loss of 98.0735 M-H 1.27E+06
C21H3405 27.50 366.24 366.43 365.2322 Methylation M-H 5.00E+04
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Neutral Average [M-H]
Formula rt (min.) mass mass m/z Reaction Adducts Peak area
C17H2407 10.15 340.15 340.34 339.1440 Tert-butyl to acid M-H 3.75E+04
Loss of O+ethyl

Ci1sH260s 29.51 322.18 322.31 321.1731 ether to acid M-H 1.02E+05

C16H2406 16.11 312.16 312.32 311.1495 Propyl ketone to acid M-H 3.69E+04
Loss of O+propyl

Ci16H240s 19.14 296.16 296.3 295.1546 ketone acid M-H 1.37E+05
Loss of O+propyl

C16H2405 15.99 296.16 296.31 295.1545 ketone acid M-H 5.19E+04

Loss of O

andO-+ethylone to

C17H2604 23.91 294.19 294.32 293.1783 acid M-H 8.79E+04
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Supplementary Table C27: Summary table of identified unknown oxylipins from mice plasma
samples in comparison to the forced degradation in standard solution. The masses and retention

times of the unknown in the plasma diet sample were compared to see if there will be correlation
in the forced degradation study in standard solution.

[M-H] Detection in forced degradation of
m/z rt (min.) standard

293.2122 19.97 PGE2!
301.2173 21.70 X
301.2173 25.50 X
313.2384 9.23 X
313.2384 14.29 X
313.2384 22.06 X
315.1966 14.18 X
315.1966 17.01 DHA?
315.1966 18.45 PGE2, EPA, DHA?
317.2116 14.17 X
317.2116 16.11 DHA?
335.2228 12.17 DHA?
335.2228 12.48 X
335.2228 27.81 X
337.2348 14.52 X
353.2334 18.80 X
353.2334 24.90 X
353.2334 24.24 X
353.2334 27.91 X
359.2228 26.59 X
359.2228 26.90 X

*Where X means not present. Where *1 is SCIEX and *2 is Agilent TOF instrumentation.
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Supplementary Table C28: Summary table of identified unknown oxylipin from mice plasma
samples with comparison to the forced degradation in standard solution

Identified
Mass in Agilent Mass in SCIEX oxylipins
(CID) SCIEX (EAD) rt (min.) EAD

293.2122 339.1940 16.59 NA
293.2122 339.1940 18.15 NA
293.2122 339.1940 18.64 NA
2932122 339.1940 19.32 NA
293.2122 339.1940 20.27 NA
293.2122 339.1940 21.55 NA

293.2122 339.1940 22.36 13-HoTrE
301.2173 347.1990 21.63 NA
313.2384 359.2200 12.62 NA
313.2384 359.2200 13.54 NA
313.2384 359.2200 13.78 NA
313.2384 359.2200 19.26 NA
313.2384 359.2200 30.89 NA
315.1966 361.1790 16.64 NA
315.1966 361.1790 7.26 NA
315.1966 361.1790 21.94 NA
317.2116 363.1910 24.14 NA
335.2228 381.2070 22.21 NA
335.2228 381.2070 30.21 NA
335.2228 381.2070 30.62 NA
337.2348 383.2160 32.16 NA
337.2348 383.2160 30.21 NA
337.2348 383.2160 25.34 NA
337.2348 383.2160 22.39 NA
353.2334 399.2150 18.44 NA
353.2334 399.2150 32.16 NA
353.2334 399.2150 22.21 NA
353.2334 399.2150 22.95 NA
353.2334 399.2150 24.39 NA
353.2334 399.2150 27.91 NA
359.2228 405.2040 26.97 NA
359.2228 405.2040 29.95 NA
359.2228 405.2040 29.25 NA
359.2228 405.2040 29.48 NA

*Where NA means not identified.
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD. Experiment 6, 317.21, +MRMhr TOF MSMS (EAD) of 363.2 (50 - 410) from 24.139 min
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Supplementary Figure C3: EAD MS/MS spectrum of an unknown with m/z 363.1910 and
retention time of 24.1 min in pooled sample of murine plasma analyzed on ZenoTOF 7600
instrument in positive ESI mode.
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD. Experiment 7. 335.22. +MRMhr TOF MSMS (EAD) of 281.2 (50 - 410) from 30.616 min
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD. Experiment 7. 335.22. +MRMhr TOF MSMS (EAD) of 281.2 (50 - 410) from 22.210 min
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Supplementary Figure C4: EAD MS/MS spectra results for unknowns with m/z 381.2070 in
pooled sample of murine plasma analyzed on ZenoTOF 7600 instrument in positive ESI mode.
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Spectrum from GC EAD.wifi2 (sample 1) - GC EAD, Experiment 8, 337.23, +MRMhr TOF MSMS (EAD) of 383.2 (50 - 410) from 32.162 min
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Supplementary Figure C5: EAD MS/MS spectra results for unknowns with m/z 383.2113 in
pooled sample of murine plasma analyzed on ZenoTOF 7600 instrument in positive ESI mode.
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Spectrum from CD EAD.wifi2 (sample 1) - CD EAD, Experiment 8, 337.23, +MRMhr TOF MSMS (EAD) of 383.2 (50 - 410) from 25.336 min
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Spectrum from CD EAD wiff2 (sample 1) - CD EAD, Experiment 8, 337 23, +MRMhr TOF MSMS (EAD) of 383.2 (50 - 410) from 22.387 min
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Supplementary Figure C6: EAD MS/MS spectra results for unknowns with m/z 383.2113 in
plasma of mouse fed control chow diet (CD) analyzed on ZenoTOF 7600 instrument in positive
ESI mode
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 9, 353,23, +MRMhr TOF MSMS (EAD) of 393.2 (50 - 410) from 27.917 min
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 9, 353.23, +MRMhr TOF MSMS (EAD) of 399.2 (50 - 410) from 22.898 min
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 9, 353.23, +MRMhr TOF MSMS (EAD) of 399.2 (50 - 410) from 24.390 min
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Spectrum from CD EAD.wiff2 (sample 1) - CD EAD, Experiment 9, 353.23, +MRMhr TOF MSMS (EAD) of 399.2 (50 - 410) from 24.390 min
2000 2933026
g 1500
g 1000 92,0626
= 1,0539
500 78,0463 106.0765 2250742
@ i |. L " l ul
100 150 200 250 300 350 400
Spectrum from CD EAD.wif2 (sample 1) - CD EAD, Experiment 3, 353,23, +HRMhr TOF MSMS (EAD) of 3992 (50 - 410) from 27.847 min
100%
5 ot 3992664
g 80% 91.0537 3993049 |
5
E 0% 106.0764 392810
E . 107.0766 339.2090
z 1320180 iyt 3082968
0% o Maga iy Rana uln ol asa i mu gus g un ams fuki PR WTTORT TR T 4
100 150 20 250 30 %0 400
Mass/Charge, D2

Supplementary Figure C7: EAD MS/MS spectra results for unknowns with m/z 399.2150 in
plasma of mouse fed control chow diet (CD) analyzed on ZenoTOF 7600 instrument in positive

ESI mode.
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 10, 35922, +MRMhr TOF MSMS (EAD) of 405.2 (50 - 410) from 29.480 min
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Spectrum from QC EAD wiff2 (sample 1) - GC EAD. Experiment 10, 35322, +MRMhr TOF MSMS (EAD) of 405.2 (50 - £410) from 29.252 min
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 10. 359.22, +MRMhr TOF MSMS (EAD) of 405.2 (50 - 410) from 29.937 min
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Spectrum from QC EAD.wiff2 (sample 1) - QC EAD, Experiment 10, 359.22, +MRMhr TOF MSMS (EAD) of 405.2 (50 - 410) from 26.571 min
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Supplementary Figure C8: EAD MS/MS spectra results for unknowns with m/z 405.2040 in
pooled sample of murine plasma analyzed on ZenoTOF 7600 instrument in positive ESI mode.
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