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Common Name Systemic Name

1 C23:0 22.220 5 368.6 368.1 74.1, 87.1, 55.1 4000 4000 4000 4000 4000 4000 4000 TRICOSANOIC ACID Tricosanoic Acid ME (Internal Standard)

2 C6:0 4.016 1 130.2 74.1 87.1 74.1, 87.1, 55.1 28.9 72.3 253 723 2350 7230 21700 CAPROATE Hexanoic Acid

3 C7:0 4.639 1 144.2 74.1 87.1 74.1, 87.1, 55.1 26.1 65.3 229 653 2120 6530 19600 HEPTANOATE Heptanoic Acid

4 C8:0 5.390 1 158.2 74.1 87.1 74.1, 87.1, 55.1 47.6 119 417 1190 3870 11900 35700 CAPRYLATE Octanoic Acid

5 C9:0 6.187 1 172.2 74.1 87.1 74.1, 87.1, 55.1 21.9 54.7 191 547 1780 5470 16400 NONANOATE Nonanoic Acid ME

6 C10:0 6.754 1 186.3 74.1 87.1 74.1, 87.1, 55.1 40.4 101 354 1010 3290 10100

30300

CAPRATE Decanoic Acid ME

7 C11:0 7.203 1 200.3 74.1 87.1 74.1, 87.1, 55.1 18.8 47.0 165 470 1530 4700 14100 UNDECANOATE Undecanoic Acid ME

8 C11:1n1 7.348 1 198.3 74.1 69.1 55.1, 74.1, 87.1 19.0 47.5 166 475 1540 4750 14200 10-UNDECENOATE 10-Undecanoic Acid ME

9 C12:0 7.633 1 214.3 74.1 74.1 74.1, 87.1, 55.1 70.3 176 615 1760 5710 17600

52700

LAURATE Dodecanoic Acid ME

10 C12:1n1 7.787 1 212.3 74.1 69.1 55.1, 74.1, 87.1 35.5 88.7 310 887 2880 8870 26600 11-DODECENOATE 11-Dodecanoic Acid ME

11 C13:0 8.093 1 228.3 74.1 87.1 74.1, 87.1, 55.1 16.5 41.2 144 412 1340 4120 12400 TRIDECANOATE Tridecanoic Acid ME

12 C13:1n1 8.277 1 226.3 74.1 69.1 55.1, 74.1, 87.1 16.6 41.6 146 416 1350 4160 12500 12-TRIDECENOATE 12-Tridecanoic Acid ME

13 C14:0 8.636 1 242.4 74.1 87.1 74.1, 87.1, 55.1 62.2 155 544 1550 5050 15500

46600

MYRISTATE Tetradecanoic Acid ME

14 C14:1n5 8.836 1 240.4 74.1 69.1 55.1, 74.1, 69.1 31.3 78.3 274 783 2550 7830 23500 MYRISTOLEATE cis-9-Tetradecenoic Acid ME

15 C15:0 9.301 1 256.2 74.1 87.1 74.1, 87.1, 55.1 14.7 36.8 129 368 1190 3680 11000 PENTADECANOATE Pentadecanoic Acid ME

16 C15:1n5 9.569 1 254.2 74.1 69.1 55.1, 74.1, 69.1 14.8 37 130 370 1200 3700

11100

10-PENTADECENOATE 10-Pentadecanoic Acid ME

17 C16:0 10.172 1 270.4 74.1 87.1 74.1, 87.1, 55.1 55.7 139 488 1390 4530 13900 41800 PALMITATE Hexadecanoic Acid ME

18 C16:1n7t 10.336 1 268.4 74.1 69.1 55.1, 69.1, 74.1 14.0 35.1 123 351 1140 3510 10500 PALMITELAIDATE cis-9-Hexadecenoic Acid ME

19 C16:1n7 10.415 1 268.4 74.1 69.1 55.1, 69.1, 74.1 56.1 140 491 1400 4560 14000 42100 PALMITOLEATE trans-9-Hexadecenoic Acid ME

20 C17:0 11.306 1 284.4 74.1 87.1 74.1, 87.1, 55.1 26.5 66.2 232 662 2150 6620 19900 HEPTADECANOATE Heptadecanoic Acid ME

21 C17:1n7 11.635 1 282.4 74.1 69.1 55.1, 69.1, 74.1 26.7 66.7 233 667 2170 6670 20000 10-HEPTADECENOATE cis-10-Heptadecenoic Acid (Internal Std.)

22 C18:0 12.847 1 298.5 74.1 87.1 74.1, 87.1, 55.1 50.5 126 442 1260 4100 12600

37900

STEARATE Oxctadecanoic Acid ME

23 C18:1n9t 13.079 1 296.5 74.1 69.1 55.1, 69.1, 74.1 12.7 31.8 111 318 1030 3180 9530 ELAIDATE trans-9-Oxctadecanoic Acid ME

24 C18:1n9/1n7t 13.160 1 296.5 74.1 69.1 55.1, 69.1, 74.1 63.5 158.8 556 1588 5160 15880 47630

C18:1n9 296.5 50.8 127 445 1270 4130 12700 38100 OLEATE cis-9-Oxctadecanoic Acid ME

C18:1n7t 296.5 12.7 31.8 111 318 1030 3180 9530 TRANSVACCENATE trans-11-Oxctadecanoic Acid ME

25 C18:1n7/1n6 13.284 1 296.5 74.1 69.1 55.1, 69.1, 74.1 25.4 63.6 222 636 2060 6360 19060

C18:1n7 296.5 12.7 31.8 111 318 1030 3180 9530 VACCENATE cis-11-Oxctadecanoic Acid ME

C18:1n6 296.5 12.7 31.8 111 318 1030 3180 9530 PETROSELINATE cis-12-Oxctadecanoic Acid ME

26 C18:2n6tt 13.646 2 294.5 67.1 81.1 67.1, 81.1, 55.1 25.6 64 224 640 2080 6400 19200 LINOELAIDATE trans-9,trans-12-Octadecadienoic Acid ME

27 C18:2n6 13.881 2 294.5 67.1 81.1 67.1, 81.1, 55.1 51.2 128 448 1280 4160 12800 38400 LINOLEATE cis-9,cis-12-Octadecadienoic Acid ME

28 C18:3n6 14.258 2 292.4 79.1 67.1 79.1, 67.1, 55.1 12.9 32.2 113 322 1050 3220 9660 GAMMA LINOLENATE All-cis-9,12,15-Octadecatrienoic Acid ME

29 C19:0 14.901 2 312.5 74.1 87.1 74.1, 87.1, 55.1 12.1 30.1 105 301 979 3010 9040 NONADECANOATE Nonadecanoic Acid ME

30 C18:3n3 14.925 2 292.4 79.1 67.1 79.1, 67.1, 55.1 51.5 129 451 1290 4190 12900 38600 ALPHA LINOLENATE All-cis-9,12,15-Octadecatrienoic Acid ME

31 C19:1n9 15.173 2 310.5 74.1 69.1 55.1, 74.1, 67.1 12.1 30.3 106 303 986 3030 9100 7-NONADECENOATE cis-10-Nonadecenoic Acid ME

32 C18:4n3 15.358 2 290.4 79.1 67.1 79.1, 67.1, 55.1 15.2 37.9 133 379 1230 3790 11400 STEARIDONATE All-cis-6,9,12,15-Octadecatetraenoic Acid ME

33 C18:2 (9ct,11t-CLA) 15.740 2 294.5 67.1 81.1 67.1, 81.1, 55.1 19.5 48.7 171 487 1580 4870 14600 9c,11t-CLA cis-9,trans-11-Octadecadienoic Acid ME

34 C18:2 (10t,12t-CLA) 15.942 2 294.5 67.1 81.1 67.1, 81.1, 55.1 19.5 48.7 171 487 1580 4870

14600

10t,12c-CLA trans-10,cis-12-Octadecadienoic Acid ME

35 C18:2 (10t,12c-CLA) 15.987 2 294.5 67.1 81.1 67.1, 81.1, 55.1 19.5 48.7 171 487 1580 4870 14600 10t,12c-CLA trans-10,cis-12-Octadecadienoic Acid ME

36 C20:0 17.247 3 326.5 74.1 87.1 74.1, 87.1, 55.1 46.1 115 404 1150 3750 11500 34600 ARACHIDATE Eicosanoic Acid ME

37 C20:1n15 17.357 3 324.5 74.1 69.1 74.1, 55.1, 69.1 23.2 58 203 580 1890 5800 17400 5-EICOSENOATE cis-15-Eicosanoic Acid ME

38 C20:1n9t/1n12 17.508 3 324.5 74.1 69.1 55.1, 69.1, 74.1 50.4 126 441 1260 4100 12600 37800

C20:1n9t 324.5 27.2 68 238 680 2210 6800 20400 11-TRANS-EICOSENOIC trans-11-Eicosanoic Acid ME

C20:1n12 324.5 23.2 58 203 580 1890 5800 17400 8-EICOSENOATE cis-12-Eicosanoic Acid ME

39 C20:1n9 17.607 3 324.5 74.1 69.1 55.1, 69.1, 74.1 23.2 58 203 580 1890 5800 17400 11-EICOSENOATE cis-9-Eicosanoic Acid ME

40 C20:3n9 18.440 3 320.5 67.1 55.1 79.1, 67.1, 81.1 23.5 58.8 206 588 1910 5880 17600 EICOSATRIENOATE All-cis-5,8,11-Eicosatrienoic Acid ME

41 C20:2n6 18.441 3 322.4 322.1 67.1 67.1, 81.1, 55.1 23.4 58.4 204 584 1900 5840 17500 11-14-EICOSADIENOATE cis-11,cis-14-Eicosadienoic Acid ME

42 C20:3n6 18.830 4 320.5 67.1 79.1 79.1, 67.1, 55.1 11.8 29.4 103 294 955 2940 8810 HOMOGAMMA LINOLENATE All-cis-8,11,14-Eicosatrienoic Acid ME

43 C20:4n6 19.020 4 318.5 79.1 67.1 79.1, 67.1, 55.1 11.8 29.6 103 296 961 2960 8870 ARACHIDONATE All-cis-5,8,11,14-Eicosatetraenoic Acid ME

44 C21:0 19.460 4 340.6 74.1 87.1 74.1, 87.1, 55.1 5.94 14.9 52 149 483 1490 4460 HENEICOSANOIC ACID Heneicosanoic Acid ME

45 C20:3n3 19.480 4 320.5 79.1 67.1 79.1, 67.1, 55.1 18.1 45.2 158 452 1470 4520 13600 11-14-17 EICOSATRIENOATE All-cis-11,14,17-Eicosatrienoic Acid ME

46 C21:1n9 19.770 4 354.6 74.1 69.1 74.1, 69.1, 55.1 27.3 68.2 239 682 2220 6820 20400 12-HENEICOSANOIC cis-12-Heneicosanoic Acid ME

47 C20:4n3 19.790 4 318.5 79.1 91.1 79.1, 91.1, 55.1 12.6 31.4 110 314 1020 3140 9420 Omega3-Methyl Arachidonate All-cis-8,11,14,17-Eicosatetraenoic Acid ME

48 C20:5n3 19.963 4 316.5 79.1 67.1 79.1, 67.1, 55.1 23.8 59.5 208 595 1930 5950 17900 EICOSAPENTAENOATE All-cis-5,6,11,14,17-Eicosapentanoic Acid ME

49 C22:0 21.065 4 354.6 74.1 87.1 74.1, 87.1, 55.1 21.2 53.1 186 531 1730 5310 15900 BEHENATE Docosanoic Acid ME

50 C22:1n9 21.284 4 324.5 74.1 69.1 55.1, 69.1, 74.1 42.7 107 374 1070 3470 10700 32000 ERUCATE cis-13-Docosanoic Acid ME

51 C22:2n6 21.734 5 350.6 67.1 55.1 55.1, 67.1, 87.1 10.7 26.9 94 269 873 2690 8060 DOCOSADIENOATE cis-13,cis-16-Docosadienoic Acid ME

52 C22:4n6 22.077 5 346.5 67.1 55.1 67.1, 55.1, 69.1 10.9 27.2 95.1 272 883 2720 8150 DOCOSATETRAENOATE All-cis-7,10,13,16-Docosatetraenoic Acid ME

53 C22:5n6 22.154 5 344.5 79.1 67.1 79.1, 67.1, 55.1 28.2 70.5 247 705 2290 7050 21200 DOCOSAPENTAENOIC N6 All-cis-4,7,10,13,16-Docosapentaenoic Acid ME

1 C23:0 22.220 5 368.6 368.1 74.1, 87.1, 55.1 4000 4000 4000 4000 4000 4000 4000 TRICOSANOIC ACID Tricosanoic Acid ME (Internal Standard)

54 C22:3n3 22.263 5 348.6 79.1 67.1 79.1, 67.1, 55.1 21.6 54 189 540 1760 5400 16200 DOCOSATRIENOATE All-cis-13,16,19-Docosatrinenoic Acid ME

55 C23:1n9 22.391 5 366.6 74.1 69.1 55.1, 69.1, 74.1 18.7 46.9 164 469 1520 4690 14100 14-TRICOSENOIC cis-14-Tricosanoic Acid ME

56 C22:5n3 22.574 6 344.5 79.1 91.1 79.1, 91.1, 55.1 21.9 54.7 191 547 1780 5470 16400 DOCOSAPENTAENOATE All-cis-7,10,13,16,19-Docosapentaenoic Acid ME

57 C22:6n3 22.647 6 342.5 79.1 91.1 79.1, 91.1, 55.1 22 55 192 550 1790 5500 16500 DOCOSAHEXAENOATE All-cis-4,7,10,13,16,19-Docosahexaenoic Acid ME

58 C24:0 23.145 6 382.6 74.1 87.1 74.1, 87.1, 55.1 19.7 49.2 172 492 1600 4920 14800 LIGNOCERATE Tetracosanoic Acid ME

59 C24:1n9 23.319 6 380.6 74.1 69.1 55.1, 69.1, 74.1 9.9 24.7 86.6 247 804 2470 7420 NERVONATE cis-15-Tetracosanoic Acid ME

60 C24:6n3 24.828 6 374.5 79.1 91.1 79.1, 91.1, 55.1 11.7 29.4 103 294 955 2940 8810 TETRACOSAHEXAENOATE All-cis-6,9,12,15,18,21-Tetracosahexanoic Acid ME

SIM Groups:

Group Start Ions Measured #s First Last

1 3.100 55.1, 69.1, 74.1, 87.1 2 to 25 C6:0 C18:1n6

2 13.450 55.1, 67.1, 69.1, 74.1, 79.1, 81.1, 87.1 26 to 35 C18:2n6tt 10t,12c-CLA

3 16.700 55.1, 67.1, 69.1, 74.1, 87.1, 322.1 36 to 41 C20:0 C20:2n6

4 18.635 55.1, 67.1, 69.1, 74.1, 79.1, 87.1, 91.1 42 to 50 C20:3n6 C22:1n9

5 21.500 55.1, 67.1, 69.1, 74.1, 79.1, 368.1 51 to 55 C22:2n6 C23:1n9

6 22.450 55.1, 69.1, 74.1, 79.1, 87.1, 91.1 56 to 60 C22:5n3 C24:6n3

#

Notes on Table:

1 C23:0 is set to parent mass (368.1) for cleaner integration.

24 C18:1n9 and C18:1n7t co-elute and share the same ions, so they are summed together.

25 C18:1n6 and C18:1n7 co-elute and share the same ions, so they are summed together.

33 CLA came as equal mix of 9c,11t-CLA and 9t,11t-CLA which co-elute, so they are summed together.

34,35 CLA came as equal mix of 10t,12c-CLA and 10t,12t-CLA which co-elute, so they are summed together.

They are partially resolved, so we will measure both to determine if one or both are present in a sample.

38 C20:1n9t and C20:1n12 co-elute and share the same ions, so they are summed together.

40,41 C20-3n9 and C20:2n6 co-elute, but have different target ions, so they are measured separately.

41 C20:2n6 is set to parent mass (322.1) for cleaner integration.

44,45 C21:0 and C20:3n3 co-elute, but have different target ions, so they are measured separately.

46,47 C21-1n9 and C20:4n3 co-elute, but have different target ions, so they are measured separately.

We use 74.1 target and 87.1 qualifier for saturates.

We use 74.1 target and 69.1 qualifier for mono-unsaturates.

Unless required, we do not use a second qualifier ion.

Adding C23:0 as an internal standard improved curve fit, with R2 improving from 0.9885 to 0.9995 for the 18:0 analyte.

Analyte Concentration in nmol/L (nM)


