ESM Table $14 Targeted oxyl

metabolomics method.

WS transition| WS paramoters RT calibration ranae
precursor PUFA PUFA class analyte at oP EP CE CXP internal standard Lon " uLoa? Reference
MMM M [ming | (M) (M)
Oleic acid (18:1 n-9) s, 9(10)Ep-stearic acid 2970 1708 -120 10 24 A1 “H,-12(13)- EpOME aen| 025 05 500 Koch (2020) Talanta
trans-9(10)-Ep-stearic acid 2070 1708|120 10 24 A1 Hy 12013 EpOME 2408 9(10)-Ep-steario acid Rund (2019) POLM
T erytho-9,10.Dif-stearic acd 3152 1708] @5 10 3 9 ,:9.10-DiHOME e 025 050 1000 current paper
1v00-9,10.Dib-stoari acid 3152 1708] 85 10 35 9 *1,-9,10.DiHOME 1700 025 050 1000 current paper
Linoleic Acid (LA 182 1-6) 9-HODE 2052 171.1] 100 10 24 7 *H,-9-HODE 1047|014 035 348 Koch (2020) Talanta
10-HODE 2051 1830| 90 10 25 7 *H,-9-HODE 1aan| 0038 0076 380 Koch (2020) Talanta
12-HODE 2051 1830| 80 10 24 9 *H,13-HODE 1902| 0025 005 100 Koch (2020) Talanta
hycroxy-PUFA 13-HODE 2052 1952[-100 10 28 -9 *H,9-HODE am| 01 025 500 Koch (2020) Talanta
15-HODE 2052 2230| 95 10 24 9 %H,-13-HODE 18.10| 0089 018 7 Koch (2020) Talanta
“H,-13-HODE 2002 1981] 80 10 24 9 interna standard 1991 Koch (2020) Talanta
*H,8.HODE 2092 1723|100 10 24 6 interna standrd 106 Koch (2020) Talanta
9-0x0-0DE 2032 1851|115 10 26 8 H,13-000-0DE 2080| 025 05 500 Koch (2020) Talarta
ox0-PUFA 13.000-0DE 2032 1130[-100 10 27 8 *H:13-0x0-ODE aom| 025 05 500 Koch (2020) Talanta
H,13-000-0DE 2062 1982| 85 10 28 8 nterna standerd 2019 Koch (2020) Talanta
S10FERONE 2952 171.1] 105 10 19 8 12013, E0OME 750 0081 05 Koch (2020) Talarta
rans-9(10)-EpOME 2052 171.4[-105 10 19 8 1213} EPOME 265 relative quantiication based on 9(10)-EPOME Rund (2019) POLM
epory-PUFA 12(13)EpOME 2052 1952|105 10 19 8 “Hi12(13)- EpOME 279a| 0019 185 Koch (2020) Talanta
rans- 12(13) EpOME 2052 1952|105 10 19 8 M, 12131 EpOME. 248 relative quantiication based on 12(13)}-EPOME Rund (2019) POLM
*H,12(13)-EpOME 2092 1981|100 10 21 8 i 219 Koch (2020) Talanta
910-DIHONE 3132 2012|105 10 28 8 *H,9.10-DIHOME Tans| 00075 001 250 Koch (2020) Talanta
Vic dhydroxy-PUFA 12.13-DIHOME 3132 1832|105 10 29 8 *H,.10-DIHOME. 1448|0015 0029 145 Koch (2020) Talanta
“H9,10-DIHOME 3172 2034|105 10 28 8 i ans Koch (2020) Talanta
910,11-TAHOME 3291 2011] 95 10 %0 8 HelxAc 470 | 005 01 250 Koch (2020) Talanta
e 9,10,13-TrHOME 3292 1714[-100 10 31 8 HyLxA, as0 | 005 04 250 Koch (2020) Talanta
912,13-TrHOME 3202 2114[ 100 10 31 -0 HelxAd a5 | 0025 00s 250 Koch (2020) Talanta
EKODE 3092 2911] 90 10 16 6 *H,8.HODE 1723 reiave on 12(13)-EpOME Ostermann (2015) Anal Bioanal Chem
aloha-Linolenic Acid (ALA; 183 n-3) o PUFA aHOTiE 22 1712] 85 10 20 8 *H,13-HODE emn| 01 025 500 Koch (2020) Talarta
13HOTHE 2092 1951] 90 10 22 8 *H,13-HODE 1724] 025 05 250 Koch (2020) Talanta
. 900-0TE 2910 1850] 100 10 24 -8 - 13-0x0-0DE aaa| 01 025 500 Koch (2020) Talarta
13.0x0-0TrE 2911 1950|100 10 27 8 *He13-0x0-ODE n1p| 005 01 100 Koch (2020) Talanta
S0/ ERO0E 22 1712] 90 10 16 8 “H,-12(13)- EpOME 01| 0058 o116 562 Koch (2020) Talanta
12(13)EpODE 2032 1831] 90 10 20 8 12(13)-EpOME 2061| 047 033 331 Koch (2020) Talanta
eponyPUA 15(16)-£p0DE 2033 2352| 90 10 16 4 “Hi12(13)- EPOME a7 | 0092 0.185 024 Koch (2020) Talanta
rans-9(10)-EpODE 2092 1712| 90 0 16 8 120131 EpOME 2030 relative quantiication based on trans-9(101-EpODE Rund (2019) POLM
rans -12(13)-E00DE 2032 1831] 90 10 20 8 12013} EPOME 076 relative quantiication based on 12(13)-EpODE. Rund (2019) POLM
rans15(16)-EpODE 2033 2352| -90 10 16 4 12131 EpOME. 2012 relativ quantiication based on 15(16)-EpODE Rund (2019) POLM
9.10-DIHODE 3112 2012] 90 10 26 0 H,8.10.DIHOME, 1282] 001 0025 100 Koch (2020) Talanta
vie dinydroxy-PUFA 12,13-DIHODE 3112 1831[-105 10 29 8 *H,9.10-DIHOME an| 01 025 250 Koch (2020) Talanta
16.16-DIHODE 3112 2232|105 10 28 10 *H,8.10-DIHOME. 1276] 018 045 181 Koch (2020) Talanta
9.10,11-THODE 3270 1710] 80 10 25 8 HeLxA, a4 | 0025 005 250 Koch (2020) Talanta
misc 9,10,13-TAHODE. 3272 2010| 80 -10 28 8 HelxAd 725 | 075 1 500 Koch (2020) Talanta
9,12,13-TAHODE 3272 2110| 80 10 20 -10 HlxA 735 | 005 041 250 Koch (2020) Talanta
‘qamma-Linolenic Acid (GLA. 183 7-6) ydrosy PUFA 13v-HOTrE 2930 1930] 90 10 23 “HeLTB, 7| 1 25 500 Koch (2020) Talanta
Gihomo-gamma:Linolenic Acid (DGLA; 203 1-6) SHETIE 3212 1571] 85 10 2 9 oS HETE 2185 025 05 500 Koch (2020) Talarta
hycroxy-PUFA 12HETE 3210 1810[ -85 10 24 -10 HeSHETE 2| 01 025 500 Koch (2020) Talanta
15-HETIE 3212 2212| 90 10 21 -0 Hy 5 HETE 2147] 005 041 500 Koch (2020) Talanta
multhydrory-PUFA LT8, 3372 1952] 80 10 21 H,,-11,12-DIHETFE 1509 01 025 500 Koch (2020) Talanta
epoxy-PUFA 14(15) EpEDE 3212 2212] 8 10 19 ", 14(15)-EETrE 2aa7] 0025 005 100 Koch (2020) Talanta
PGB 3354 2210] 8 10 28 7 15-doowy-012,14-PG, 227] 005 010 750 current paper
PGD, 3533 3172| 80 10 18 6 HePGD; a3s | 005 010 250 current paper
13,14-dycro-15-keto-PGD, 3533 20900( 65 -0 31 7 H,13,14-ihydro. 15-keto PGE, 1168| 025 050 1000 current paper
PGE, 3533 3172| 80 10 18 6 HPGE, a% | 005 010 250 current paper
srostancids 13,14-dihycro PGE, assa 2974|700 7 7 H,-13,14-Gihydro-15-keto PGE, om | 047 035 698 current paper
13,14-dhytiro-15-kelo-PGE, 3533 2212| 70 10 28 6 “H,-13,14-hyoro-15-keto PGE, tomt| 025 050 1000 current paper
15-keto PGE, 3513 2090| 90 10 31 7 H,PGE, 006 | 250 500 1000 current paper
PGFy, 3554 2932[-110 10 35 6 HPGF, g0 | 0025 005 250 Koch (2020) Talanta
15-keto-PGF 1o 3533 1931] 70 0 37 6 theoretically ' 046 relative quaniiication based on 15-keto PGE, current paper
T8, 3713 1712| 90 -0 83 -0 T2 737 | 040 080 1608 current paper
soprosancs 8is0-PGE, 3534 2350] 80 10 18 7 “HPGE, nea | 025 050 500 current paper
15.F 150P (8i50-PGF ) 3552 2110|100 10 35 8 HPGF,, 75 | 075 1 500 Koch (2020) Talanta
) ydrosy PUFA SHETE 3212 _1151] 90 10 7 *HeSHETE sass| 001 0.025 250 Koch (2020) Talanta
Arachidonic Acid (ARA; 204 1-6) SHOETE 3355 1550] 40 10 23 13 H, 5 HETE 213 relative quantiication based on 5-HETE Meckelmann (2017) POLM
hycroperoxy-PUFA 12-HpETE 3355 1530( 40 -10 23 13 He12-HETE 1an relative quanification based on 12-HETE Meckelmann (2017) POLM
15-HpETE 3355 1133] 40 10 23 13 *He 15-HETE 2063 relat 15-HETE Meckelmann (2017) POLM
SHETE 3192 1152] 80 10 19 7 HeSHETE 2174] 0018 0035 350 Koch (2020) Talanta
BHETE 3192 1552| 80 10 20 6 *He12-HETE st 0084 023 468 Koch (2020) Talanta
9-HETE 3192 1672| 80 -0 21 7 e SHETE 2145|027 04 265 Koch (2020) Talanta
11-HETE 3192 t672| 80 10 21 7 He12-HETE 0ea| 0022 0044 219 Koch (2020) Talanta
12.HETE 3192 1792| 80 10 19 B e 12.HETE 2110| 01 025 500 Koch (2020) Talanta
15-HETE 3192 2192| 80 10 18 8 Hi15-HETE 0| 041 022 220 Koch (2020) Talanta
16-HETE 3192 2331) 85 10 18 B e 15-HETE asa| 01 025 500 Koch (2020) Talanta
17-HETE 3192 2470| 85 10 19 8 Hi15-HETE war| 01 025 500 Koch (2020) Talanta
hydroxy-PUFA 18-HETE 3192 2610| 85 10 20 8 H, 15-HETE 1aaa| 01 025 500 Koch (2020) Talanta
19HETE 3193 2308| 70 10 19 6 Hi15-HETE w7l 1 25 500 Koch (2020) Talanta
20HETE 3192 2891(-100 10 22 6 20 HETE 1808| 025 05 500 Koch (2020) Talanta
tetranor-12-HETE 2652 1091] 70 10 15 8 *H,9.10-DIHOME 1516 0025 00s 250 Koch (2020) Talanta
12HHTFE 2791 1790[ 70 10 15 8 H,11,12-DIHETIE 1562| 025 05 500 Koch (2020) Talanta
5 HETE 3272 1161] 80 10 18 8 21a0 Koch (2020) Talanta
H, 12 HETE 3272 1842| 85 10 20 8 200 Koch (2020) Talanta
Hi15-HETE 3272 2260|-90 10 18 8 1988 Koch (2020) Talanta
Hy 20 HETE 3252 2952| 90 10 22 6 1707 Koch (2020) Talanta
5(5).12(S ) DIHETE 3352 1951] 80 10 21 8 Jaa0 | 0025 005 500 Koch (2020) Talanta
5(5).15(S -DIHETE 3353 1732| 80 10 20 8 1336 | 005 01 500 Koch (2020) Talanta
8(5).15(S)-DIHETE 3352 252| 90 10 21 4 92| 051 126 253 Koch (2020) Talanta
LT8, 3352 1951] 80 10 22 9 1ara| 005 01 500 Koch (2020) Talanta
6-trans LT8, 3352 1951] 80 10 2 9 13| 01 025 250 Koch (2020) Talanta
6-trans 12-epi-LTB, 3352 1951] 85 10 20 -9 s | 01 025 500 Koch (2020) Talanta
5(5)6(R)-DIHETE (ARA) 32 151[ 70 10 20 8 H 11,12 DIHETIE 1733 0020 0039 390 Koch (2020) Talanta
5(5)6(5 -DIHETE (ARA) 312 1s1[ 70 0 20 8 “H,-11,12-DIHETIE 1780 | 0022 0045 223 Koch (2020) Talanta
[EP——— 20.0HLT8, 3512 1952[-100 10 24 -8 HBis0-POF,, 655 | 0025 005 500 Koch (2020) Talanta
20-COOH-LTB, 3652 3472[-100 10 24 8 H8is0-PGF a0 | 006 017 330 Koch (2020) Talanta
18.COOHdinor-LTB, 3372 1952| 85 10 24 9 Htis0-POF,, 435 | 075 10 500 Koch (2020) Talanta
12:000-T8, 3132 1789) 80 10 20 - HLTB, rasn| 01 025 500 Koch (2020) Talanta
5(5)5(R).15(S ) THHETE (LA 3512 2951|7010 18 15 HylxA, 08| 01 025 500 Koch (2020) Talanta
5(5).6(5).15(S | THHETE (6(S -LxA) 3512 2351] 70 -0 18 5 “HeS(S)6IR).15(S 1 THHETE (LX) tast| 075 1.00 1000 current paper
5(5)6(R)15(R}TAHETE (15(R)-LuAd) 3512 2951|7010 18 15 oratically *Hir5(S) 6(R),15(S - THHETE (L 1022 . current paper
5(5).14(R).15(S)-THHEPE (LxB,) 3812 210| 70 -0 21 13 “He5(S)6IR).15(S 1 THHETE (LxA) a1s | 050 0s 1000 current paper
HLTE, 3392 1972] 80 0 2 9 interna standrd 1278 Koch (2020) Talanta
H5(S) BR)1S(S) 3563 2222| 80 10 24 13 i 1000 Koch (2020) Talanta
5o ETE 3172 2730] 90 10 20 6 Hr5ox0-ETE »oa7| 05 075 500 Koch (2020) Talanta
ooPUFA 12:010-ETE 3172 1531] 90 10 23 8 HySox0-ETE 2168| 041 10 103 Koch (2020) Talanta
15000 ETE 3172 131] 90 -0 23 8 “Hy-5-ox0-ETE somm| 005 01 250 Koch (2020) Talanta
500 ETE 3242 2102| 90 10 24 8 interna standerd 271 Koch (2020) Talanta
5(6)EPETIE 3192 1911] 85 10 16 7 H,14(15) EpETIE B relative quantiication based on 8(9)-EPETTE Rund (2018) Analyica Chimica Acta
8(0)-EpETIE 3192 1552| 90 10 16 6 “H, (9L EDETIE a6 025 05 500 Koch (2020) Talanta
1(12)EpETrE 3192 1672| 85 10 16 7 H,-8(0} EPETIE 2208 005 04 500 Koch (2020) Talanta
14(15)-EpETrE 3192 2192| 90 10 15 4 “H.-14(15-EPETIE 45| 01 025 500 Koch (2020) Talanta
rans 56} EpETFE 3192 191.1] 85 10 16 7 H,-14(15)-EPETIE 2359 relative quantiication based on 8(9)-EPETTE Rund (2019) POLM
epory-PUFA rans -8(91EQETFE st92 1552|9010 16 6 “H,8(9-EDETIE 2331 relative quantiication based on 8(9)-EpETrE Rund (2019) POLM
rans -11(12)EpETE 3192 1672| 85 10 16 7 HB(OHERETIE 2313 relative quantiication based on 11(12)-EPETIE Rund (2019) POLM
rans -14(151-EQETE 3192 2192| 90 10 15 4 H,-14(15)-EpETIE 260 relaive quantiication based on 14(15)-EpETIE Rund (2019) POLM
B0 ERETFE 3302 1550| 80 10 16 7 ntern standrd 208 Koch (2020) Talanta
H,,-11,12-DIHETFE 3482 1672| 85 10 26 8 internal standard s Koch (2020) Talanta
. 14(15) EPETEE 3302 2193] 90 10 16 4 interna standrd 2® Koch (2020) Talanta
56DHETE 372 1451] 95 10 25 10 H, 1,12 DHETE 81| 005 01 500 Koch (2020) Talarta
89.DIHETE 372 1271] 95 -0 29 8 “H,-11,12-DIHETIE 71| 0034 0.068 170 Koch (2020) Talanta
vie hydroxy-PUFA 11.12-DHETrE 372 1674] 90 0 25 B H11,12-DIHETIE 1647 | 0032 0064 160 Koch (2020) Talanta
14,15-DIHETrE 3372 2071| 90 -0 24 -0 “H,-11,12-DIHETTE 15| 001 0025 100 Koch (2020) Talanta
"Hy,-11,12-DIHETFE 3482 1672| 85 10 26 8 nterna standerd 181 Koch (2020) Talanta
PGB, 333 1751] 80 10 27 8 PGB, 04| 0025 005 500 Koch (2020) Talanta
PGB, 3372 1790| 80 -0 27 8 internal standard s Koch (2020) Talanta
PGD, 3512 2713] 80 10 23 6 H,PGD; qar | 075 1.00 750 current paper
16(R)-PGD, 3512 2713| 80 10 23 6 theoretically *H-PGD. a5 relatve quantiication based on PGD; curtent paper
£12:PGD, 3513 2331( 60 10 8 7 theoretically *H,-PGD; ae7 relative quantiication based on PGD, current paper
13,14-dhyekro-15-keto PGD, 3512 2070| 55 <10 25 7 “H,-13,14-ihyoro-15-keto PGE, 11| 025 050 1000 current paper
13.14-dhyekro-15-keto-etranor-PGD, 2072 1090| 55 -0 31 7 *H,-13,14-Gihydro-15-keto PGE, 656 | 104 155 2070 current paper
*H-PGD, 3562 2753| 80 10 24 6 internal standard ass current paper
H,PGD, 3602 2802| 60 10 24 6 interna standrd 20 Koch (2020) Talanta
3512 2713| 80 10 23 6 HoPGE, ot | 025 050 750 current paper
15(R)-PGE, 3512 2713] 80 10 23 6 HePGE: 867 relative quantiication based on PGE, current paper




11-PGE; 3513 1891| 60 10 24 7 a1 relative quantfication based on PGE; current paper
200H.PGE, 372 1891( 70 10 27 8 ara | 087 114 2288 current paper
16-kelo PGE, 3492 2351| 80 10 20 7 am | 025 050 750 current paper
13,14-dhyro-15-keto-PGE, 3512 2382( 75 10 18 A3 H,13,14-ihydro. 15-keto PGE, 1029 1000 2500 1000 current paper
13,14-dhytkro-15-keto-tetranor-PGE, 2070 1090( 70 -0 18 -8 H,-13,14-ihydro-15-keto PGE, 72 | 039 079 1579 current paper
1a,1b-dihomo PGE, a794 2612| 70 0 21 7 PG, 1140 003 006 451 current paper
HPGE, 352 2753) 80 10 24 8 internal standrd. an current paper
H, POE, 3602 2801( 85 10 24 6 nternal standard. sa2 Koch (2020) Talanta
“H,-13,14-ihyoro-15-keto PGE, 3554 2301|6510 31 7 internat standard 1008 current paper
PGF,, 3532 1930[ 80 10 33 7 nse | 025 500 Koch (2020) Talanta
ostanoids 18(R)-PGF, 3532 1930[ 80 10 33 7 aan relative quantifcation based on PG, current paper
1BPGF,, 3533 1931[ 70 10 35 12 782 | 050 075 1000 current paper
200H PGF, 3693 1930| 70 -0 &7 7 asa | 108 159 2121 current paper
13.14-dhycro-PGF, 354 1930[ 90 0 34 7 13,14-dhydro-15-keto PGE, o5 | 500 1000 1000 current paper
16-kelo PG, 3512 2191] 60 10 23 7 HPGE, ar7 | 050 075 750 current paper
13.14-dihycro-15-keto-PGF2; 3533 1833[-100 10 35 -10 H,13,14-ihydro. 15-keto PGE, 1028 075 1.00 1000 current paper
16-13,14-8ydro-15-keto PGF, 3534 1950( 85 10 34 7 *H,13,14-hyoro-16-keto PGE, ama | 1825 4562 1825 current paper
23-dior-11B-PGF, 3253 1630( 65 10 19 7 H,PGE, 503 | 065 131 2613 current paper
HPGF, 3572 1970| 80 10 93 7 internal standrd. ass Koch (2020) Talanta
6ket0.PGF 3693 1632| 90 10 35 6 Hc6 keto-PGF . 611 | 064 06 640 Koch (2020) Talanta
23-divor-G-keto PGF 3411 1350] 90 -0 31 7 HPGE, 7o | 015 025 800 current paper
6,15-diketo-13,14-dhydro PGF 3693 2670( 70 10 31 7 PG, 772 | 4549 7582 3033 current paper
HobKelo-PGF, 3730 1670[-100 10 35 8 internal standrd. ann Koch (2020) Talanta
PG, 3333 1892| 80 10 24 -8 PGB, 11| 0014 0027 135 Koch (2020) Talanta
12PG); 3333 1892|700 21 8 Hi-15-00001-A12,14-PGJ, t1aa 088 128 1712 current paper
15-doowy-A PG, 3152 2031( 90 10 28 7 H15-dooxy-A12,14-PG; 1773| 075 1.00 1000 current paper
H15-deoxy-" PG, 3194 2080[ 80 10 31 7 internal standrd. 1ren current paper
T8, 3692 1691( 80 10 24 7 T2 768 | 025 050 1000 current paper
23-divorTxB, 3412 1670| 70 <10 14 8 HoTxB2 sen | 100 250 1000 current paper
23-divor-Tx, 330 1429| 70 10 8 8 HoTxB2 17| 100 250 750 current paper
1-dehycro-2.3-6nor-TxB, 3393 1330| 55 <10 20 7 HoTxB, fna | 057 078 762 current paper
1-dehycro-TuB, 3670 1611[ 70 10 26 -8 HTxB, a0z | 021 031 412 current paper
T8, 733 1732| 85 0 23 8 708 current paper
&is0-PGE, w14 2712| 55 A0 28 7 H.PGE, hea | 010 025 500 current paper
&iso-15-kelo PGE, 3494 2350| 65 10 19 7 theoretically H,-PGE; 947 relative quanification based on 15-keto PGE; current paper
16-ForisoP (8450-PGF5) ¥ 3531 1931[ 95 10 34 8 Hiis0-PGFs, 75a | 010 025 500 Koch (2020) Talanta
8450-15(R)PGFz, 3532 1930[ 80 10 33 7 theoratically *H.-PGH san relatve quantiication based on &iso-15(R)-PGF current paper
5(R.S15-F, 150 (8,12-450-4PFs V1) 3532 2192 90 10 30 8 H,8,12150-PF 007 025 05 500 Koch (2020) Talanta
isoprostanes 13.14-dhyeko-15-00-15.F - Is0P ¥ 3532 201.1(-110 10 30 -8 PG, aa0 | 025 050 500 Koch (2020) Talanta
16-010-15-F.rls0P 3512 2190( 75 10 23 8 Hii50-PGFsn a1a| 03 05 500 Koch (2020) Talanta
23divor-15-(RS)-15-Fy-lsoP ¥ 3252 2370| 70 10 8 8 Htis0-POF,, 549 | 0100 025 500 Koch (2020) Talanta
SRS 5-ForlsoP (5-PF\I) I 332 1as| 85 0 27 8 “HiB50-PGFsn no7 | 01 025 500 Koch (2020) Talanta
H8.12-i50-PF VI 3612 3201[ 90 10 30 -8 nternal standard. 1001 Koch (2020) Talanta
*HiBis0-PGFa 3572 1968| 75 10 34 8 i 188 Koch (2020) Talanta
oo 20-COOH-ARA 32 2710| 95 10 2 6 “He-20-HETE 7| o1 025 500 Koch (2020) Talanta
112,15 THHETEE 3532 167.1]-100 10 21 -0 HPGE, 1018 , XA Rund (2018) Analytica Ghimica Acta
Eicosapentaenoic Acid (EPA; 205 n-3) SHEPE 372 51| 80 10 8 6 HeASHETE e 003 006 295 Koch (2020) Talanta
8-HEPE 372 1552| 80 10 18 8 HASHETE 18a1| 003 006 300 Koch (2020) Talanta
9HEPE 3172 t670| 70 0 a7 8 HeASHETE nar| 01 025 500 Koch (2020) Talanta
11-HEPE 372 1670| 70 0 19 B Hi15-HETE 1818 0031 0062 310 Koch (2020) Talanta
hydroxy-PUFA 12.HEPE 372 1792| 85 10 8 B HeASHETE iasa| 005 01 500 Koch (2020) Talanta
16-HEPE 3172 2192| 80 10 18 -10 Hi15-HETE 1804 005 04 500 Koch (2020) Talanta
18.HEPE 372 2502|750 5 7 HeASHETE 70| 00 01 500 Koch (2020) Talanta
19-HEPE 3172 2203] 70 0 16 B Hy 15-HETE 1669 relative quantfication based on 18-HEPE Rund (2018) Analytica Ghimica Acta
20HEPE 3172 2873 70 10 18 8 “Hy-20-HETE 1a7a| 025 1000 current paper
5(5).12(R ),18(R )-THHEPE (RVE1) 3493 1950| 80 10 22 0 HeT(S)16(R).17(S) -THHDHA (RvD2) 605 | 025 050 1000 current paper
5,12,12-THHEPE (rans-RvE1) 3492 1950| 80 10 22 -10 H,7(5),16(R)17(S) -THHOHA (RvD2) 603 relative quartiication based on 5(S )12(R),18(R )-THHEPE (RVE1) ‘compound ef from Kutzner (2020) BBA Lipids
5(5).18(R -DIHEPE (RvE2) 3332 2533| 80 10 18 9 HelTB, 17| 483 1852 current paper
17(R),18(R }DIHEPE (RVE3) 3332 2013[ 80 10 19 -9 H,8.10-DIHOME. a7 elative quantfication based on 8,15-DIHETE Kutzner (2019) Fronters in Pharmacology
17(R),18(SDIHEPE (18(S -RVES) 3132 2013) 80 10 19 - *H,9.10-DIHOME 1256 relative quantfication based on 8, 15-DIHETE Kutzner (2019) Fronters in Pharmacalogy
E——— 5(5).15(S)-DIHEPE (RVES) 332 1150| 80 -0 19 7 HLTB, 1185|025 050 1000 current paper
5(5).6(R).15(S }-TAHEPE (L) 3401 2150| 70 -0 24 13 a7 | 100 250 1000 current paper
L1s, 3333 1952| 80 10 21 -8 1195 025 050 1000 current paper
5.12-GHEPE 3332 1950/ 80 10 19 -9 13 relative quantiication based on (5 ).15(S -DIHEPE (RVE4) compound 819 from Kutzner (2020) BBA Lipids
12.18-GHEPE 3332 1790| 80 10 19 9 1108 Gompound cld from Kutzner (2020) BBA Lipids
5 1B-HHEPE 1 3492 2150( 80 10 22 -10 “HeS(S)6IR).15(S 1 THHETE (LX) 79 relative quantifcation based on 5(S).6(R),15(S - THHEPE (LxAc) compoundi from Kutzner (2020) BBA Lipids
5x18-rHEPE 2 3493 1450| 80 10 22 -10 HyS(S)6R 84 S(R)15(S ) THHEPE (LiA) compound h rom Kutzner (2020) BBA Lipids
5(6)-EPETE 3172 189.1| 80 -10 -16 - “Hy1-B(9-EPETTE 2156 relative quantfication based on 8(9)-EPETE 5‘1""’55“6““5"‘9Mcpﬁf"a‘:ﬁic”*’e“”em"(z"m“
8(9)EpETE 3172 1272| 90 0 6 8 H B9 EQETIE s1m| 05 075 500 Koch (2020) Talanta
1(12)EpETE 3172 1670] 90 10 16 6 H,,-14(15)-EETIE 214a| 01 025 500 Koch (2020) Talanta
14(15)-EpETE 3172 2072| 90 10 -6 6 H,14(15)-EPETIE saar| 01 025 500 Koch (2020) Talanta
epoxy-PUFA 17(18)-EpETE 3172 2152| 90 10 16 6 “H,,-14(15)-EPETrE 2021 05 075 500 Koch (2020) Talanta
rans S(61EOETE 3172 1801|9010 16 8 “H,8(9-EDETIE 7 relatve quantiication based on 8(9)-EPETE Rund (2019) POLM
rans B{O}EQETE a2 1272| 90 -0 6 6 o B(ONERETrE a7 relatve quantiication based o 8(9)-EPETE Rund (2019) POLM
rans-11(12)-E0ETE 3172 1670[ 90 10 16 8 H,14(15)-EPETIE 2199 relative quantfication based on 11(12)-EpETE Rund (2019) POLM
rans 14(15) EpETE a2 2072| 90 0 6 6 “H,,-14(15)-EETrE 212 relative quantfication based on 14(15}-EGETE Rund (2019) POLM
rans 17(18)-EQETE 3172 2152| -0 10 16 -6 “H.14(15)EQETIE 2036 17(18) EpETE Rund (2019) POLM
56DHETE 352 1151] 85 10 20 B HLTB, 15| 023 03 15 Koch (2020) Talanta
89-DHETE 32 1274] 90 0 25 5 1468 005 0.100 500 Koch (2020) Talanta
v hydroxy-PUFA 112 DHETE 312 1674] 90 10 25 5 1a07| 0025 005 250 Koch (2020) Talanta
14,15 DHETE 3353 2072| 90 10 24 -0 1a0s| 0025 005 250 Koch (2020) Talanta
1718 DIHETE 3353 2472| 90 10 23 8 1aas| 0083 041 55 Koch (2020) Talanta
PGB, 312 20| 75 10 28 8 “aa| 05 075 500 Koch (2020) Talanta
PGD, 3493 2692( 80 10 21 6 Bt | 050 075 1000 current paper
PGE, 3493 2602( 80 10 21 8 77e | 037 073 1462 current paper
prostanoids PGFs, 3512 1932[ 95 10 30 7 735 | 075 1 250 Koch (2020) Talanta
A" kelo-PGF., 3672 1632( 60 10 35 10 Hibokelo-PGF s sor | 0250 050 500 Koch (2020) Talanta
B 3673 1693| 90 10 33 -8 HTxB2 654 | 328 430 4301 curtent paper
11-dehycroTxB, 3653 1612| 70 10 24 8 o TxB, 72| 074 184 737 current paper
isoprostanes 15-FarlsoP (8-i50-PGFa,) * 3511 _1930] 95 10 27 o 8150-PGF, ean | 1 25 500 Koch (2020) Talanta
misc 12.0H-17(18)-EpETE 3331 1793] 90 10 A7 s *H,9.10 DHOME 1274 15DHETE Rund (2018) Analytca Ghimica Acta
Docosapertaencic Acid (DPA; 225 n-3) mulihydroxy-PUFA 7(5).17(S )} DiH-n30PA 3615 2633] 80 10 19 o LTB, a0n] 05 075 500 Koch (2020) Talanta
o0 PUFA 17-0x0-n30PA 3431 2470] 85 10 24 “Hy 5o ETE 22| 25 5 100 Koch (2020) Talanta
Docosahexasnoic Acid (DHA: 22:6 1-3) -HOHA w3z 1011|7540 A7 7 .5 HETE 74| 005 01 500 Koch (2020) Talanta
7HOHA 32 12| 75 40 A7 7 e SHETE 2138 005 04 500 Koch (2020) Talanta
&HDHA s32 1892|700 a7 7 *He 5 HETE s1s7| 0038 01 190 Koch (2020) Talanta
10.HOHA 32 1532| 70 10 9 7 2080 | 0025 005 500 Koch (2020) Talanta
1.HDHA s32 121) 70 0 a8 7 10| 01 025 500 Koch (2020) Talanta
ydrony PUFA 13-HOHA 32 1932| 75 0 AT 7 2061| 005 01 500 Koch (2020) Talanta
14.HDHA s32 22| 70 0 a7 7 HeA2HETE sas7| 005 014 275 Koch (2020) Talanta
16-HOHA w32 2382| 75 0 AT 7 HASHETE 2027| 01 025 500 Koch (2020) Talanta
17.HDHA 3432 2012] 80 10 18 6 HeASHETE s0an| 034 09 170 Koch (2020) Talanta
20HDHA w32 2412| 75 A0 AT 7 Hi15-HETE a1 01 500 Koch (2020) Talanta
21.HDHA sa32 2552( 80 10 16 7 HeASHETE 1918 relative quantiication based on 20-HDHA Rund (2018) Analytca Ghimica Acta
22-HDHA 3432 3132| 85 10 18 7 20 HETE 1915 075 100 1000 current paper
7(R).14(S) DIHDHA (MaR 1) 3591 2502] 80 10 19 14 Tas0| 075 00 1000 current paper
7(5).14(S -DIHDHA (T-epi-MaR 1) 350.1 2501| 80 10 20 5 1308 | 050 075 1000 current paper
13(R),14(S)-GHDHA (MaR2) 3591 2210[ 70 -10 16 -14 H,8.10-DIHOME. 1508| 01 025 500 Koch (2020) Talanta
(S)8(R)AT(S FTAHDHA (RvD1) 3753 1410[ 70 0 9 8 HT(S)BIR)AT(S FTHHOHA (RVD1) 102a| 005 010 1000 current paper
7(S)8(R)T(R)-THHDHA (17(R}-RvD1) 3753 141.0[ 70 10 19 16 | theoretically *H.7(S)5(R),17(S ) THHOHA (RvD1)* | 10.35 He7(5)8(R); current paper
HT(S)BIR)AT(S 1 THHOHA (RVD1) 3803 1410| 80 10 -18 8 internal standard. 1018 Koch (2020) Talanta
multihydroxy-PUFA 7(8)16(R),17(S)-THHDHA (RvD2) a753 1410[ 80 0 21 -8 My 7(S)16(R),17(S) -THHDHA (RvD2) 045 | 075 1.00 1000 current paper
HT(S) A6(R)AT(S) -THHDHA (RD2) 302 1750| 80 10 31 -10 internat standard 240 Koch (2020) Talanta
4(5),11(R)17(R)-THHDHA (17(R ) RvD3) 753 1470|8010 24 10 | tmeoretcally . 7(S) 16(R).17(5) THOHA (R02) | 912 1R), RVD: current paper
4(S).11(R)A7(S-THHOHA (RVD3) 3753 1470[ 80 10 24 -0 HeT(S)6(R)A7(S) -THHOHA (RvD2) a1 | 025 050 1000 current paper
4(5)5(R) 17(R.S ) RvD4 3752 1310| 80 10 19 -0 HeRDT 14| 01 025 500 Koch (2020) Talanta
7(S).17(S -DIHDHA (RVDS) 3591 1991( 70 10 19 -0 HLTB, rasz| 01 025 500 Koch (2020) Talanta
10(5).17(S ) DIHDHA (PD) 3591 1531] 80 10 21 -10 HeLTB, 1aa7| 018 039 393 Koch (2020) Talanta
. 400 DHA 3410 1151] 100 10 20 6 Hy 500 ETE 23| 01 025 500 Koch (2020) Talanta
17-010-DHA 3413 1110|8510 21 8 “Hr-0x0 ETE 27| 75 10 500 Koch (2020) Talanta
4(5)E0DPE w32 201] 75 10 16 7 — sz olatve quanficaon based on 7(8)EpDPE Syrihsizad using MGPBA s doscribed Newman (2002) J
7(8)EpDPE 32 12| 75 10 6 7 B0} EPETIE 2308| 044 06s 436 Koch (2020) Talanta
10(11)-EpDPE s432 1532|900 6 7 H B9 EQETIE 28m| 001 0025 500 Koch (2020) Talanta
13(14)E0DPE 332 1932| 90 -0 6 7 H,14(15) EPETIE. 277| 005 01 250 Koch (2020) Talanta
16(17)-EpDPE s32 2332|900 8 7 H,-14(15)-EPETIE s2en| 01 025 500 Koch (2020) Talanta
epoxy-PUFA 19201 E0DPE 332 2412| 90 10 16 7 H,,-14(15)-EPETrE 2024| 025 05 500 Koch (2020) Talanta
rans-4(5)E0DPE s432 2201( 75 10 8 7 H BOHECETIE ame relative quantfication based on 7(2)- EpDPE Rund (2019) POLM
rans 7(8)-EpDPE w32 12| 75 10 A6 7 B0} EPETIE 22 relative quantification based on 7(8)-EpDPE Rund (2019) POLM
rans -10(11)-EDPE sa32 1532|900 6 7 “Hor8(9-EDETIE am relatve quartiication based on 10(11)-EpDPE Rund (2019) POLM
rans 13(14)-EpDPE 32 1902[ 90 0 6 7 H,14(15) EPETIE. 2w relatve quantiication based on 13(14)- EpDPE Rund (2019) POLM
rans-16(17)-E0DPE s32 2332[ 90 0 8 7 H,14(15)-EPETIE 7 relatve quartiication based on 16(17)-EpDPE Rund (2019) POLM
rans 19(20)-EpDPE 32 2412| 90 10 6 7 "H,14(15) EpETIE. 2m relatve quantiication based on 19(20)- EpDPE Rund (2019) POLM
45DHOPE 12 2203] 90 10 28 6 H,11.12.DHETIE 1010 relative quantiication based on 7,6-DHDPE Rund (2018) Analytica Ghimica Acta
78DHOPE 12 1131) 90 0 28 8 *H,1.12-DIHETIE irar| 02 05 500 Koch (2020) Talanta
o iyrony PUFA 10.11-DIHDPE 3612 1532| 90 10 23 6 H11,12-DIHETIE 1703 005 01 250 Koch (2020) Talanta
13,14-DIHDPE 3612 1932| 90 10 23 6 *H,1.12-DIHETIE 1663 005 01 500 Koch (2020) Talanta
16.17-DIHDPE 12 2382|9010 23 6 *H,1.12-DIHETIE 16| 005 01 500 Koch (2020) Talanta
19.20-DIHDPE 3612 2732| 90 10 23 6 - 11,12-DIHETIE 1571 025 05 500 Koch (2020) Talanta
6 prostanoids 1a.1b-dhomo-PGF, 3814 2211] 80 10 a7 0 .PGB, “ama| 05 075 500 Koch (2020) Talanta
‘Aeurtic Acid 3031 2668] 75 10 41 10 539 Koch (2020) Talanta
e 3910 24041[-100 10 25 -10 1966 Koch (2020) Talanta
12:0x0 Phylodiencic acid (OPDA) 2011 1650( 90 10 27 -0 1556 Koch (2020) Talanta
(1 340 1760[-100 10 21 -10 Koch (2020) Talanta
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“lother isoprostanes, L2017 1037, 63.74)
@ preparation of independent calibration necessary due o nerferences.

Abbreviations

AdA adrenic acid
ALA alpha-fnolenic acid
ARA arachidonic acid

colision energy.
oxp colision cel exit potential
DoLA Ginomo-gamma finolenic acid
DHA docosahexaenoic acid
DiH ainydroxy.
DIHDHA dinydroxydocosahexaenoic acid
DIHDPE dihydroxydocosapentaenoic acid
DIHEPE dinydroxyeicosapentaenoic acid
DIHETE dihydroxyeicosatetraencic acid
DIHETrE dinydroxyeicosatrienoic acid
DIHODE dihydroryoctadecadienoic acid
DiHOME

declustering potential
oPA ‘docosapentaenoic acid
EKODE ‘epoxy-keto-octadecadiencic acid
Ep epoxy
=3 entrance potental
EPA eicosapentaenoic acid
EpDoTrE ‘epoxydocosatrienoic acid
EpDPE ‘epoxydacosapentaenoic acid
EpEDE ‘epoxyeicosadienoic acid
EpETE epoxyeicosatetrasnoic acid
EpETIE epoxyeicosatier
EpETIE epoxyeicosatriencic acid
EpODE ‘epoxyoctadecadiencic acid
EpOME ‘epoxyoctadecamonoenoic acidl epoxyoctadecenoic acid
ETE eicosatetraenoic acid
FA faty acid
oA ‘gammasinoleric acid
HDHA hydroxydocosahexaenoic acid
HEPE hydroxyeicosapentaenoic acid
HETE hydroxyeicosatetraenoic acid
HETrE hydroxyeicosatrienoic acid
HHTFE hydroxyheptatrienoic acid
HOTrE hydroxyoctadecatriencic acid
HpETE hydroperoxyeicosatelraenoic acid
IsoP/iP isoprostane
LA tnoleic acid
LLoa lower imit of quanification
Lop it of detection
T leukotriene
x ipoxin
MaR maresin
oDE octadecadienoic acid
Oleic. oleic acid
ot octadecatrienoic acid
3 protectin
PG prostagiandin
Rv resohin
TrHDHA trihydroxydocosahexaenoic acid
THHEPE trivydroxyeicosapentaencic acid
THHETE trihydroxyeicosatetraenoic acid
THHETHE trivydroxyeicosatriencic acid
TriHODE trihydroxyoctadecadienoic acid
THHOME
™ thromboxane
uLoa upper imitof quanification
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