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1. Thermo Scientific Q Exactive HF [MS:1002523]

1.1. 10-HDoHE [M-H]1- 0001269
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Figure 1. Nonlinear fit
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Figure 2. Residuals of nonlinear fit

Standardized Residuals (A(y,yhat))
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Figure 3. Quantile-quantile plot of residuals
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Figure 4. Normalized sum-of-squares of the residuals
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Figure 6. Nonlinear fit
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Figure 7. Residuals of nonlinear fit



11(12)-EET{d11} 0001307

50.0133 [M-H]1-, 5 | | 59.0133 (M-H]1- 10 | | 148.0970 (M-HJ1- 5 | | 149.0070 pM-HJ1-, 10 | | 167.1076 -H)1-, 5 | | 167.1076 Metji-, 10
2 ey
5.04 * *
; : P . ~ il
oo o # #
P A o ol
. . p 3
F .
179.1076 [M-H]1-, 5 208.1103 [M-H]1-, 5 | | 208.1103 (M-HJ1- 10 | [ 214.2494 per1-, 5 | | 214.2484 ueti-, 10
5.04 x x)‘
-

®
o
X
-

Standardized Residuals (A(y,yhat))

268.2963 [M-H]1-, 5 | | 2682963 [M-H]1-, 10 | | 3122862 [M-H]1- 5 || 312.2862 [M-H]1-, 10 | | precursor [M-H]1-, 5 | | precursor [M-H]1-, 10
5.0+
- .‘(:‘ 3 23 g
0.04
254 e 5 —.; ;rl _f‘.‘
2 0 2 o 2 =2 0 2 2 0 2 =2 0 2 2 0 2
Theoretical Normal Distribution
Figure 8. Quantile-quantile plot of residuals
11(12)-EET{d11} 0001307

59,0133 [M-H]1-

precursor [M-H]1-4

312.2862 [M-H]1-

268.2963 [M-H]1-

214.2484 [M-H]1- 4

Fragment + Adduct

208.1103 [M-H]1- 4

1791076 [M-H]1-

1671076 [M-H]1-

149.0970 [M-H]1-

logsgh Res. SSq

5e-05+

Figure 9. Normalized sum-of-squares of the residuals

1e-04 4

Res. S-W-Mormality
% Mon-Mormal

Fragment

*  59.0133 [M-H]1-

*  149.0970 [M-H]1-
*  167.1076 [M-H]1-
*  179.1076 [M-H]1-
*  208.1103 [M-H)1-
* 2142494 [M-H]1-
*  268.2963 [M-H]1-
* 3122862 [M-H]1-
= precursor [M-H]1-

Mass Range [ppm]
. 5
A 10

Fragment

59,0133 [M-H]1-
149,0970 [M-H]1-
167.1076 [M-H]1-
179.1076 [M-H]1-
208.1103 [M-H]1-
214.2484 [M-H]1-
26,2063 [M-H]1-
312,2862 [M-H]1-
precursor [M-H]1-

* & & & & O & 0 8



Fragment

Figure 10. Number of samples used for training per combination Id

11(12)-EET{d 11}|{M-H]1-|precursor][M-H]1-]{-)| 330.296812738909]50001307 4

11(1ZFEET{@11)[M-H]1-|precursor|[M-H]1-I(-}330.296912736909| 100001307 4

11(12)-EET{d11} 0001307

11{12-EET{d11}j[M-H]1-]59.0133|[M-H]1-|{-)|58.0133[5/0001307 -
11{12)-EET{d11}[M-H]1-|59.0133[M-H]1-]{-)|59.0133(10j0001307 4
M{12FEET{d11}j[M-H]1-|312.2862|[M-H]1-)(-)|312.2862|5)0001307
11{12FEET{d11}{[M-H]1-|312 2862|[M-H] 1-{-)|312.2862|10j0001307 ~
11{12-EET{d11}j[M-H]1-|268. 2963|[M-H]1-|(-)|268.2963|5)0001307
11{12)-EET{d11}{[M-H]1-|268 2963|[M-H] 1-{-)|268.2963| 10j0001307 <
1{1ZFEET{d11}I[M-H]1-{214.2494|[M-H]1-|(-)214.2434|5/0001307 +
11{12}-EET{d11}|[M-H]1-[214.2494|[M-H] 1-|{-}|214.2494| 10}000 1307
11{12-EET{d11}j[M-H]1-]208.1103|[M-H]1-|{-)|208.1103|5{0001307 -
11{12}-EET{d11}[M-H]1-|208.1103[[M-H]1-|(-)|208.1103| 10j000 1307 <
T1Z2FEET{d11}[M-H]1-[179.1076|[M-H]1-](-)| 179, 1076]5)0001 307 -
11{12FEET{d11}{[M-H]1-|179.1078|[M-H] 1-|{-)|179.1076{10j0001307 <
11{12-EET{d11}j[M-H]1-[167_1076|[M-H]1-|(-)| 167.1076|5}0001307
11(12FEET{d 1 }{M-H]1-|167. 1076|[M-H]1-{(-)| 167.1076|10j0001307 4
11{12)-EET{d11}[[M-H]1-|149.0970][M-H]1-|{-)| 148.097|5/0001307 ~

11(1ZFEET{d11}j[M-H]1-|149.0970|[M-H]1-|(-)|149.087|10j0001307

650
Number of Samples

Number of samples for model training

-
700

Fragment

E 59.0133 [M-H]1-
S 149.0970 [M-H]1-
E5 1671076 [M-HJ1-
E3 179.1076 [M-H]1-
F 208.1103 [M-H]1-
E3 214.2494 (M-H]1-
ES 268.2963 [M-H]1-
3 312.2862 [M-H]1-
[E- precursor [M-H]1-
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Figure 11. Nonlinear fit
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Figure 12. Residuals of nonlinear fit
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Figure 13. Quantile-quantile plot of residuals
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Figure 17. Residuals of nonlinear fit
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Figure 21. Nonlinear fit
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Figure 22. Residuals of nonlinear fit
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Figure 25. Number of samples used for training per combination Id
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1.6. 12(13)-EpOME{d4} [M-H]1- 0001303

12(13)-EpOME{d4} 0001303

Relative Intensity

Residuals (A(y,yhat))
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Figure 26. Nonlinear fit
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Figure 27. Residuals of nonlinear fit

17

Fragment

-

59,0134 [M-H]1-

® 114.1034 M-H)1-

* 0

- 1851515 [M-H]1-

198.1578 [M-H]1-
281.2419 [M-H]1-
precursor [M-H]1-

Fragment

59,0134 [M-H]1-

® 1141034 [M-H]1-

- 1851515 [M-H]1-

198.1578 [M-H]1-
281.2419 [M-H]1-
precursor [M-H]1-



12(13)-EpOME{d4} 0001303

Figure 29. Normalized sum-of-squares of the residuals
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Figure 28. Quantile-quantile plot of residuals
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12(13)-EpOME{dd} 0001303

12(13)-EpOME{d4}|[M-H]1-Jprecursori[M-H]1-|(-)|299.252975530909|5/0001303 § |

12(13)-EpOME(d4}iM-H]1-|p H]1-(-}299.25297 |10j0001303 |
12(13)-EpOME{d4}|[M-H]1-]59.0134|[M-H]1-|(-)|59.01 34|5/0001303 |
12(13HEPOME{d4HM-H]1-|59.0134|[M-H]1-](-)|59.0134| 100001303 1 |
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12(13-EpOME{d4}{[M-H]1-|185.1515{[M-H]1-|{-}|185.1515/10/0001303 4 |
12(13)-EpOME{d4}[[M-H]1-|114.1034|[M-H]1-|(-)|114.1034]5/0001303 |
12(131-EpOME({dd}{[M-H]1-/114, 1034|[M-H]1-1(-)| 114.1034]10j0001303 |
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360 390 420 450
Number of Samples
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Figure 30. Number of samples used for training per combination Id
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1.7. 12-HEPE [M-H]1- 0001281

12-HEPE 0001281

Relative Intensity

59.0133 [M-H]1- 5, () | | 59.0133 [M-H]1-, 10, () | 107.0866 [M-H]1-, 5, (-) | | 197-0886 }f‘}""‘i"» 10, | | 435,179 [M-H]1-, 5, (-) 1““7"('};'“1"- 10,
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Figure 31. Nonlinear fit
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Figure 32. Residuals of nonlinear fit
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12-HEPE 0001281
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Figure 33. Quantile-quantile plot of residuals
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Figure 34. Normalized sum-of-squares of the residuals
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Fragment

Figure 35. Number of samples used for training per combination Id

12-HEPE|[M-H]1-|precursor|[M-H]1-|(-}|317.212218484908]5/0001281

12-HEPE|[M-H]1-|precursor|[M-H]1-|(-)|317.212218484909]10|0001281

12-HEPE 0001281

12-HEPE|[M-H]1-59.01 33)[M-H]1-|(-)]59.0133/5|0001281 4
12-HEPE|[M-H]1-|59.0133|[M-H]1-|{-}§59.0133]10|0001 281 4
12-HEPE|[M-H]1-[289.2014|[M-H]1-[{-}|289.2014|5/D001281
12-HEPE|[M-H]1-/289.2014][M-H]1-{-)|299.2014] 100001281 4
12-HEPE|[M-H]1-[273.2224|[M-H]1-|(-}|273.2224|5/0001261 <
12-HEPE|[M-H]1-[273,2224|[M-H]1-|{-)|273.2224]10|0001281 +
12-HEPE|[M-H]1-|255_2117|[M-H]1-|{-)|255.2117|5|0001281 -
12-HEPE|[M-H]1-[255.2117|[M-H]1-}{-}}255.2117]10/0001281 4
12-HEPE|[M-H]1-[208.1104][M-H]1-(-)| 208, 1104|5|0001281 4
12-HEPE|[M-H]1-/208. 1104/[M-H]1-}{-}}208.1104| 100001281 4
12-HEPE|[M-H]1-|179.1077|[M-H] 1-|{-}179.1077|5|0001281 =
12-HEPE|[M-H]1-|179.1077|[M-H]1-]{-)| 179.1077|10|0001281 <
12-HEPE|[M-H]1-|163.1127|[M-H]1-|(-)| 163.1127|5|0001281
12-HEPE|[M-H]1-[163.1127|[M-H]1-}{-}]163.1127|10|0001281 4
12-HEPE|[M-H]1-[135.1179[M-H]1-|(-)|135.1179|5|0001281 =
12-HEPE|[M-H]1-[135. 1178|[M-H]1-}{-}|135.1179{10|0001281 =
12-HEPE|[M-H]1-|107_0866|[M-H]1-|{-}] 107 0866|5/0001281

12-HEPE|[IM-H]1-/107.0866][M-H]1-|(-)| 107.0866]10]0001281
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1.8. 12-HETE{d8} [M-H]1- 0001295

12-HETE{d8} 0001295
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Figure 36. Nonlinear fit
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Figure 37. Residuals of nonlinear fit
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12-HETE{d8} 0001295
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Figure 38. Quantile-quantile plot of residuals
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Figure 39. Normalized sum-of-squares of the residuals
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Figure 40. Number of samples used for training per combination Id
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1.9. 12-HHTrE [M-H]1- 0001347

Relative Intensity
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Figure 56. Nonlinear fit
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Figure 57. Residuals of nonlinear fit

Normalized Collision Energy HCD
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Standardized Residuals (A(y,yhat))

Fragment + Adduct

13-HOTrE 0001341
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Figure 58. Quantile-quantile plot of residuals
13-HOTIE 0001341
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Figure 59. Normalized sum-of-squares of the residuals
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Res. S-W-Mormality
% Mon-Mormal

Fragment

*  59.0133 [M-H]1-
®  179.1440 [M-H]1-
* 1951388 [M-H]1-
®  197.1546 [M-H]1-
* 2231338 [M-H]1-
* 2251496 [M-H]1-
*  256.1315 [M-H]1-
s 275.2014 [M-H]1-
= precursor [M-H]1-

Mass Range [ppm]
. 5
A 10

Fragment

59,0133 [M-H]1-
179.1440 [M-H]1-
195,1388 [M-H]1-
197.1546 [M-H]1-
223.1338 [M-H]1-
2251496 [M-H]1-
2561315 [M-H]1-
2752014 [M-H]1-
precursor [M-H]1-



13-HOTrE 0001341

13-HOTIE|M-H]1-|precursor|[M-H]1-|(-)|293.212218484909]5/0001341
13-HOTYE|[M-H]1-|precursor|[M-H]1-|(-})[293.212218484509 100001341 4
13-HOTFE|[M-H]1-]59.0133|[M-H]1-|{-){59.0133|50001341 4
13-HOTIE|[M-H]1-/59.0133[M-H]1-{-)|59.0133| 100001341 {
13-HOTFE|[M-H]1-[275.2014][M-H]1-|(-)|275.2014]5/0001341
13-HOTIE|[M-H]1-[275.2014|[M-H]1-}(-275.2014]10j0001341
13-HOTFE|[M-H]1-256. 1315][M-H]1-|(-)|256.1315]5/0001341
13-HOTIE|[M-H]1-|256.1315|[M-H]1-}{-N256.1315/10j0001341

13-HOTFE|[M-H]1-225. 1496][M-H]1-|(-)| 225, 1496]5/0001341 I

Fragment

13-HOTIE|[M-H]1-]225_1496|[M-H] 1-}{-}}225.1496|10j0001341 4 |
13-HOTrE|[M-H]1-|223. 1338)[M-H]1-|{-)| 223, 1338|5000 1341 -
13-HOTIE|[M-H]1-223_1338|[M-H]1-}{-}}223. 1338 10{0001341 <
13-HOTrE|[M-H]1-|197. 1546|[M-H]1-|({-)[ 197. 1546{5/0001341 - I
13-HOTIE|[M-H]1-]197.1546|[M-H]1-|{-}|157_1546/10{000 1341 - I
13-HOTrE|[M-H]1-|195.1388|[M-H]1-|(-)| 195.1388|5/000 1341 4
13-HOTIE|[M-H]1-[195.1388|[M-H]1-J(- 195.1388]10j0001341
13-HOTIE|[M-H]1-|179.1440][M-H]1-[{-}|179.144|5[0001341 <

13-HOTFE|[M-H]1-|179. 1440][M-H]1-|(-)| 179.144[10}000 1341

300 400 500

Number of Samples
Number of samples for model training

Figure 60. Number of samples used for training per combination Id
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700

Fragment

ATHIH IHDHTHIHIHIHT

59,0133 [M-H]1-
179.1440 [M-H]1-
195,1388 [M-H)1-
1971546 [M-H]1-
223.1338 [M-H]1-
2251496 [M-H]1-
256.1315 [M-H]1-
275.2014 [M-H]1-
precursor [M-H]1-



1.13. 14(15)-EET{d11} [M-H]1- 0001305

14(15)-EET{d11} 0001305

Relative Intensity

0.6

o.o-m_

0.24

0.6+
0.4 4
0.2

0.0+

59,0133 [M-H]1-, 5, (-)

59,0133 [M-H]1-, 10, (-)
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)
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2682963 '!h;H'lli—. 10,

286.3068 [M-HI1-, 5, ()
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P [M-HJ1-, 5,

Figure 61. Nonlinear fit

Residuals (A(y,yhat))

Normalized Collision Energy HCD

. S

20 40 60

20 40 &0

14(15)-EET{d11} 0001305
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Figure 62. Residuals of nonlinear fit
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Fragment

® & & & & 0 & & 00

59.0133 [M-H]1-

1241661 [M-H]1-
150.1817 [M-H]1-
175.1480 [M-H]1-
214.2495 [M-H]1-
219.1388 [M-H]1-
268.2963 [M-H]1-
286.3068 [M-H]1-
312.2862 [M-H]1-
precursor [M-H]1-

Fragment

* & & & & & & 0 @

59,0133 [M-H]1-

124,1661 [M-H]1-
150.1817 [M-H]1-
175.1480 [M-H]1-
214.2485 [M-H]1-
219.1388 [M-H)1-
268.2963 [M-H]1-
286,3068 [M-H]1-
312,2862 [M-H)1-
precursor [M-H]1-



14(15)-EET{d11} 0001305

rs 59,0133 [M-H]1-, 5 59.0133 [M-H]1-, 10 124.1661 [M-H]1-, 5 | | 1241661 M-H]1-, 10 | | 1501817 [M-H1-, 5 | | 1501817 [M-HJI-, 10\
x
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254 - - 3 3
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25{ 7 é -i®
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Figure 63. Quantile-quantile plot of residuals

14(15)-EET{d11} 0001305

N.
=
[

59.0133 [M-H]1- 4

precursor [M-H]1-<

312.2862 [M-H]1- 4

286,3068 [M-H]1-

268.2963 [M-H]1-

219.1388 [M-H]1-

Fragment + Adduct

214.2495 [M-H]1-+

175.1490 [M-H]1-

1501617 [M-H]1- 4

124.1661 [M-H]1-

054

IDgwﬁ_RBS. S8q

2805+
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Figure 64. Normalized sum-of-squares of the residuals
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4e-054
Se-054

Res. S-W-Normality
% Mon-Mormal

Fragment

*  59.0133 [M-H]1-

* 1241661 [M-H]1-
* 1501817 [M-H]1-
*  175.1490 [M-H]1-
* 2142495 [M-H]1-
*  219.1388 [M-H]1-
*  268.2963 [M-H]1-
*  286.3068 [M-H]1-
s 3122862 [M-H)1-
= precursor [M-H]1-

Mass Range [ppm]
. 5
A 10

Fragment

59.0133 [M-H]1-
124,1661 [M-H]1-
150,1817 [M-H]1-
175.1490 [M-H]1-
214.2485 [M-H]1-
219.1388 [M-H]1-
2682063 [M-H]1-
266,3068 [M-H]1-
3122862 [M-H]1-
precursor [M-H]1-



14(15)-EET{d11} 0001305

14(15FEET{d11H[M-H]1-|precursor|[M-H]1-|(-}}330.2969 127:389095/0001305 -
14(15)-EET{d11}|[M-H]1-Jprecursor|[M-H]1-|(-)|330.296912738909]10|0001305 -
14{15-EET{e11}{[M-H]1-159.01 33)[M-H]1-{(-)/59.0133|5|0001 305 4
14(15-EET(d11)|[M-H]1-{59.0133([M-H]1-|(-)|59.0133]10|0001305 7

14(15)- EET{d11H[M-H]1-[312.2862|[M-H]1-|(-)|312 2862|5/0001305 1
14{15-EET{d11)jM-H]1-|312.2862[M-H]1-(-)|312.2862|10/0001305 4

14(15FEET{d11}{[M-H] 1-[286.3068([M-H]1-|(-)|286.3¢ 1305 =

14(15-EET{d11}][M-H]1-| 286, 3068)[M-H]1-|(-)| 266, 3068]10|0001305 1
14(15)-EET{d11}[M-H]1-|268.2963][M-H]1-|(-)|268.2963/5/0001305 4
14{15-EET(d11)jM-H]1-|268.2963[M-H]1-(-)|268.2963] 100001305 4

14(15-EET{1HM-H]1-[219.1388{[M-H]1-|(-)|219.1368/50001305

Fragment

14(15-EET{d11)J[M-H]1-/219. 1388|[M-H]1-|(-)219.1388]10|0001305 <
14(15FEET{A1}{IM-H] 1-|214,2495|[M-H]1-|(-)|214.2495/5(0001305 1
14(1SFEET{d11}|[M-H]1-214. 2485|[M-H]1-|(-)|214,2495|10|0001305 -
14(15-EET{d11}j[M-H]1-/175.1490][M-H]1-|(-}|175.149(5|0001305 -
14{15)-EET{d11}[[M-H]1-|175.1490|[M-H]1-|{-)| 175.149]10|0001305 -
14(15FEET{A11}{[M-H]1-[150,1817|[M-H] 1-|(-)| 150.1817|5|0001305 <
14(1SFEET{d11})[M-H]1-|150. 1817|[M-H]1-|(-) 150, 1817]10|0001305
14(15)}-EET{d11H[M-H]1-|124.1661|[M-H]1-|{-)] 124.1661|5|D00D1305 -

14{15-EET(d11)jM-H]1-124.1651|[M-H]1-(-}| 124.16561]10/0001305 4

430

450 470 490
Number of Samples

Number of samples for model training

510

Figure 65. Number of samples used for training per combination Id
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Fragment

ATH{IHIHIHTHIHIHIHD T

59,0133 [M-H]1-
124,161 [M-H]1-
150.1817 [M-H)1-
175.1480 [M-H]1-
214.2495 [M-H]1-
219.1388 [M-H]1-
268.2963 [M-H]1-
286,3068 [M-H]1-
312,2862 [M-H)1-
precursor [M-H]1-



1.14. 14(15)-EpETE [M-H]1- 0001285

14(15)-EpETE 0001285

Relative Intensity

59,0133 [M-H]1-, 5, (-)

59,0133 [M-H]1-, 10, (-)
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Figure 66. Nonlinear fit

Residuals (A(y,yhat))

Normalized Collision Energy HCD
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20 40 &0
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Figure 67. Residuals of nonlinear fit
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Fragment

® & & & & 0 & & 00

59.0133 [M-H]1-
121.0658 [M-H]1-
175.1480 [M-H]1-
207.1389 [M-H]1-
210.1389 [M-H]1-
248.1416 [M-H]1-
255.2116 [M-H]1-
273.2223 [M-H]1-
290.2015 [M-H]1-
precursor [M-H]1-

Fragment

* & & & & & & 0 @

59,0133 [M-H]1-
121.0658 [M-H]1-
175.1480 [M-H]1-
207.1389 [M-H]1-
219.1389 [M-H]1-
248.1416 [M-H]1-
255,216 [M-H]1-
273,2223 [M-H)1-
299,2015 [M-H)1-
precursor [M-H]1-



14(15)-EpETE 0001285

590133 [M-HJ1- 5 | | 580133 (M-H)1- 10 | [ 121.0858 M-H]1- 5 | [ 121.0658 (M-H)1-, 10 | [ 1750490 (M-H)1-, 5 | [ 1751480 -, 10
@ @
207.1388 MHI1-. 5 | | 207.1389 (-H11-, 10 | [ 2191389 M-H11- 5 | [ 2191389 pH1t-, 10 | [ 2481416 pH1t- 5 | [ 2481416 (eI, 10
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Figure 68. Quantile-quantile plot of residuals
14(15)-EpETE 0001285
59.0133 [M-H]1- .
precursor [M-H]1-< -
299.2015 [M-H]1- 4
273.2223 [M-H]1-
B
3
255.2116 [M-H]1- 4
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Figure 69. Normalized sum-of-squares of the residuals
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Fragment

* 59,0133 [M-H]1-

®  121.0658 [M-H]1-
®  175.1480 [M-H]1-
®  207.1389 [M-H]1-
®  219.1389 [M-H]1-
®  248.1416 [M-H]1-
®  255.2116 [M-H)1-
®  273.2223 [M-H]1-
®  299.2015 [M-H]1-
s precursor [M-H]1-

Res. S-W-Normality
& Normal
% Non-Normal

Fragment

® 59,0133 [M-H]1-
®  121.0658 [M-H]1-
®  175.1490 [M-H]1-
207.1389 [M-H]1-
219.1389 [M-H]1-
248.1416 [M-H]1-
2552116 [M-H]1-
273.2223 [M-H]1-
299.2015 [M-H]1-
®  precursor [M-H]1-

Mass Range [ppm]
. 5
A& 10



14(15)-EpETE 0001285

14{15)-EpETE|IM-H]1

[M-H]1-|{-)j317 2122 101285
14(15)-EpETE|[M-H]1-[precursor|[M-H]1-|(-)|317.212218484909| 10]0001285 4
14{15)-EpETE|[M-H]1-|58.0133|[M-H]1-J(-}159.0133|5/0001285 <
14(15EpETE|[M-H]1-159.0133|[M-H]1-|(-)|58.0133]10]0001285
14{15)-EpETE|[M-H]1-|299 2015|[M-H]1-(-)|299 2015|5|0001285 -
14{15-EpETE|[M-H]1-289.2015|[M-H]1-|(-}|289.2015]10]0001285 {
14{15-EpETE|[M-H]1-|273.2223|[M-H]1-|(-)|273.2223/510001285 4
14(15)-EpETE|M-H]1-{273.2223|[M-H)1-{(-)|273.2223]10/0001285
14(15)-EpETE|[M-H]1-|255.2116([M-H]1-|(-)|255.2116/5/0001285 4
14{15-EpETE|M-H]1-|255.2116][M-H]1-(-)|255.2116/10]0001285

14{15)-EpETE|[M-H]1-|248. 1416][M-H]1-|(-)| 248. 1416|5|0001285

Fragment

14(15-EPETE|[M-H]1-]248.1416|[M-H]1-|(-}|248.1416] 100001285 4
14{15)-EpETE|[M-H]1-|219.1389][M-H]1-|(-)|219.1389|5|0001285 -
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Figure 71. Nonlinear fit
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Figure 72. Residuals of nonlinear fit
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Figure 73. Quantile-quantile plot of residuals
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Figure 74. Normalized sum-of-squares of the residuals
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14,15-DHET{d11}{[M-H]1-|precursor|[M-H]1-}(-}/348.307477438509|5/0000155 4
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Figure 75. Number of samples used for training per combination Id
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Figure 76. Nonlinear fit
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Figure 77. Residuals of nonlinear fit

47

Fragment

® & & & & 0 & & 00

59,0135 [M-H]1-
111.0817 (M-H]1-
121.1024 [M-H]1-
147.1180 [M-H]1-
175.1483 [M-H]1-
219.1382 [M-H]1-
248.1419 [M-H]1-
2552119 [M-H]1-
290.2017 [M-H]1-
precursor [M-H]1-

Fragment

* & & & & & & 0 @

59,0135 [M-H]1-
11,0817 [M-H]1-
121,1024 [M-H)1-
147.1180 [M-H]1-
175.1483 [M-H]1-
219.1392 [M-H)1-
248,1419 [M-H]1-
255,219 [M-H]1-
299.2017 [M-H]1-
precursor [M-H]1-



15-HEPE 0000139

59.0135 [M-H]1-, 5 59.0135 [M-H]1-, 10 111.0817 (M-H]1-, 5 | | 111.0817 [M-H]1-, 10 | | 121.1024 [M-H]1- 5 | | 121.1024 [M-H]1-, 10
;‘, ;, 2 -3
147,180 (M-HI1- 5 | | 147.1180 [M-HI1- 10 | | 1751483 (M-HJ1-5 | | 1751493 [MHI1- 10 | | 2194392 (MHI1- 56 | | 2194382 [MHI1- 10 | proomeny
2 2 x x ~ “| e se013s -
2] e e g5 i * 1110817 [M-H)1-
_E 004 *  121.1024 [M-H]1-
E ® 1471180 [M-H]1-
D 254 = C iy ®  175.1493 [M-H]1-
w X x
| * 219.1392 [M-H]1-
= * 2481419 [M-H]1-
248.1419 [M-H]1- 5 | | 2481419 [M-H1-,10 | | 2552119 [M-H]1- 5 || 255.2119 [M-H]1-, 10 | | 299.2017 [M-H]1-, 5 | | 289.2017 [M-H]1-, 10
E * 2552119 [M-H]1-
- x % : % 3
B 25 . g g% *  289.2017 [M-H]1
B »  precursor [M-H]1-
3 004
c
B .l ] ) ) Res. S-W-Normality
il i T 45 e > i & Normal
: 5 5 % § 3§ % § F & § F x Nertem
2 0 2 2 0 2
Theoretical Normal Distribution
Figure 78. Quantile-quantile plot of residuals
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Figure 79. Normalized sum-of-squares of the residuals
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Figure 80. Number of samples used for training per combination Id
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1.17. 15-HETE{d8} [M-H]1- 0001329
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Figure 81. Nonlinear fit
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Figure 82. Residuals of nonlinear fit
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Figure 83. Quantile-quantile plot of residuals
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Figure 84. Normalized sum-of-squares of the residuals
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Figure 85. Number of samples used for training per combination Id
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Figure 87. Residuals of nonlinear fit
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Figure 91. Nonlinear fit
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Figure 92. Residuals of nonlinear fit
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Figure 96. Nonlinear fit
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Figure 97. Residuals of nonlinear fit
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. 5
A& 10



Fragment

Figure 100. Number of samples used for training per combination Id

18-HEPE|[M-H]1-|precursor|[M-H]1-|(-}|317.2122184849085/0000131

18-HEPE|[M-H]1-|precursor|[M-H]1-|{-)|317.212218484809]10|0000131

18-HEPE 0000131

18-HEPE|[M-H]1-{71.0501|[M-H]1-J(-)|71.0501|5/0000131 4
18-HEPE|[M-H]1-[71.0501|[M-H]1-[{-§71.0501]10|0000131 4
18-HEPE|[M-H]1-}59.0135|[M-H]1-|(-)|59.0135|5|0000131 4
18-HEPE|[M-H]1-/59.0135|[M-H]1-|(-}|58.0135]10|0000131
18-HEPE|[M-H]1-|289.2018|[M-H]1-)(-)|269.2018|5(0000131 <
18-HEPE|[M-H]1-|299,2018)[M-H]1-(-)|299,2018{10/0000131 =
18-HEPE|[M-H]1-|273.2224|[M-H]1-}{-}273.2224|5/0000131 -
18-HEPE|[M-H]1-|273.2224][M-H]1-]{-)|273.2224] 100000131 4
18-HEPE|[M-H]1-|259.1704|[M-H]1-|{-}|259.1704/5/0000131 <
18-HEPE|[M-H]1-/259.1704][M-H]1-{-)|259.1704] 100000131 4
18-HEPE|[M-H]1-255,2120)[M-H]1-|(-)|255.212/5/0000131 4
18-HEPE|[M-H]1-|255.2120|[M-H]1-|{-}255.212{10|0000131 -
18-HEPE|[M-H]1-215.1806|[M-H]1-}{-}215.1806|5/0000131
18-HEPE|[M-H]1-/215.1806][M-H]1-{-)|215.1806{10/0000131 4
18-HEPE|[M-H]1-1201.1651|[M-H]1-}(-}]201.1651|5/0000131 <
18-HEPE|[M-H]1-|201.1651|[M-H]1-]{-)|201.1651]10|0000131 <
18-HEPE|[M-H]1-|161_1337|[M-H]1-|{-}161.1337|5/0000131 -

18-HEPE|IM-H]1-/161.1337|[M-H]1-|(-)| 161.1337]10|0000131

750
Number of Samples
Number of samples for model training
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T

800

Fragment

ATHIHIHIHTHIHIHIHD T

59,0135 [M-H]1-

71.0501 [M-H]1-

161.1337 [M-H)1-
201.1651 [M-H]1-
215.1806 [M-H]1-
255.2120 [M-H]1-
259.1704 [M-H]1-
273.2224 [M-H)1-
299,2018 [M-H)1-
precursor [M-H]1-



1.21. 5(6)-EET{d11} [M-H]1- 0000161

5(6)-EET{d11} 0000161

59,0135 [M-H]1-, 5, (-)

59,0135 [M-H]1-, 10, ()

83.0503 [M-H]1-, 5, (=)

83,0503 [M-H]1-, 10, ()

115.0402 [M-H]1-, 5, (-)

115.0402 [M-H]1-, 10,
()

s,

1742184 0015, | | 742108 BT 10, | [0 2007 . 5, | | 2022997 IHIT- 10, | 14 2400 -, 5, | | 2142499 I 10
0.4
0.3+
0.24
g..] X \
B m
§ ool m |ty | |Gt |
c
T |202us i () 2002445 MHIT- 10, | | 55,2067 -, 5, | | 2002967 IHHIT- 10 | 345 2064 pass., 5, 3| | 3122088 AT 10,
8
&30.4‘
034
0.24
0.1+
0.0 s | | S | | o | [T e o | (e | | —— |
: T T 20 40 60 20 40 60 20 40 60 20 40 60
=) ]
0.4+
0.34
0.24
0.14
0.04 " " -
20 40 60 20 40 60
Normalized Collision Energy HCD
Figure 101. Nonlinear fit
5(6)-EET{d11} 0000161
59.0135 [M-H)1- 5 | [ 59.0135 M-H]1- 10 | [ 830503 -1~ 5 | [ 83.0503 M-H]1- 10 | [ 1150402 MH)1- 5 | | 115.0402 (M-H]1-, 10
0.10
0.051
e e e e
-0.054
0,104 PTTETTTTIN RTSTIRTIY] ISTETTTITTT) PTTTTTITT
174.2184 [M-H]1-, 5 | [ 1742184 aH)1-, 10 | [ 2022497 mti1-, 5 | [ 2022487 -, 10 | [ 2142408 patit- 5 | [ 2142490 papi-, 10
0.104
0.051
o.uowaw W e R |
%S -0.054
£
2 0.104
3
5 2302445 MH]1- 5 | | 2302445 [M-H)1- 10 | | 268.2067 MH]1- 5 | | 268.2067 -H)i-, 10 | [ 3122864 pH1- 5 | [ 3122864 -HNI- 10
[ 0.10+4
=
o 0054
©
0.00 - S—————— - | S - | S+ - o (S « - | S - - | |IES—— - -
0,054
0.104 ! . g . ; ; H g N —
e s | [reama ] 2 4 6 2 4 e 20 40 6 20 4 6
0.104
0.054
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010 g ‘ . ! T
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Figure 102. Residuals of nonlinear fit
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Fragment

59.0135 [M-H]1-
83.0503 [M-H]1-
115.0402 [M-H]1-
174.2184 [M-H)1-
202.2497 [M-H)1-
214.2499 [M-H)1-
230.2445 [M-H]1-
268.2967 [M-H)1-
312.2864 [M-H)1-
precursor [M-H]1-

® & & & & 0 & & 00

Fragment

59,0135 [M-H)1-
83.0503 [M-H]1-
115.0402 [M-H]1-
174.2184 [M-H)1-
202.2497 [M-H]1-
214.2499 [M-H]1-
230.2445 [M-H]1-
268.2967 [M-H]1-
312.2864 [M-H)1-
precursor [M-H]1-

* & & & & & & 0 @



5(6)-EET{d11} 0000161

59,0135 [M-H]1-, 5

59,0135 [M-H]1-, 10

115.0402 [M-H]1-, 5

115.0402 [M-H]1-, 10

/ '

-

-4
174.2184 [M-H|1-,5 | | 174.2184 [M-H]1-, 10 214249 MHI- 10 | poc N "
4 - - . S-W-I
ie 2 42 p ©  Nomal
= 21 , A r % Non-Normal
®
5 0
>
3., Fragment
e ! w2 i 4 % »  59.0135 [M-H]1-
3 : o+ 83.0503 [M-H]1-
E 230.2445 [M-H]1-, 5 | | 230.2445 [M-H]1-, 10 | | 268.2967 [M-H]1-,5 | | 268.2967 [M-H]1-, 10 | | 312.2864 [M-H]1- 5 | | 312.2864 [M-H]1-, 10 * 1150402 [M-H]1-
< 41 . L : o 174.2184 [M-H]1-
3 .l = <28 o ®  202.2497 [M-H]1-
z * 214.2499 [M-H]1-
B 04 *  230.2445 [M-H]1-
3 24 ®  268.2967 [M-H]1-
o o ¥ o o i ®  312.2864 [M-H]1-
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4
24 i i
o
24
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Theoretical Normal Distribution
Figure 103. Quantile-quantile plot of residuals
5(6)-EET{d11} 0000161
83.0503 [M-H]1- 4
59.0135 [M-H]1-1
precursor (M-H]1- < s Mass Range [ppm]
. 5
A 10
312.2864 [M-H]1- 1
B Fragment
=3
§zsa.z'asr [M-H]1- 1 . S Eostes M-
< ®  83.0503 [M-H]1-
z ® 1150402 [M-H)1-
b
E 230.2445 [M-H]1- . ® 74,2184 [MH]1-
® ® 2022497 [M-H]1-
s o 214.2499 [M-H]1-
214,2499 [M-H)1- . ®  230.2445 [M-H]1-
® 2682967 [M-H]1-
o 3122864 [M-H]1-
202.2497 [M-H]1- " ®  precurser [M-HJ1-
174.2184 [M-H]1- N
115.0402 [M-H]1- 4 N
P o P ® @
8 & 8§ % 3
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Figure 104. Normalized sum-of-squares of the residuals
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5(6)-EET{d11} 0000161

5(6EET{d11}[M-H]1-|precursor|[M-H]1-|(-}|330.296812738909|5/0000161 - |

5(6)-EET{d11}|[M-H]1-|precursor|[M-H]1-|(-)|330.296912738909] 100000161 4 l

S(B)-EET{d11}|[M-H]1-[83.0503)[M-H]1-|(-}|&3.050 161 4

5(6-EET{d1 1)1[M-H]1-183.0503{[M-H] 1-(-}183.0503]10|0000161 5
5(6}-EET{d11}{[M-H]1-|59.0135)[M-H]1-J(-}|59.0135|5/0000161 -

5(6EET{d11}|[M-H]1-/59.0135/[M-H]1-(-){58.0135]10/0000161 4

S(BFEET{A11H[M-H]1-|312.2864|[M-H]1-|(-}}312 2864/5|D000161 5 | Fragment
5(6)-EET(d11){[M-H]1-{312.28641[M-H]1-/(-)312,266410/0000161 - | é 59.0135 [M-H]1-
83,0503 [M-H]1-
S{B)-EET{d11}[M-H]1-|268.2967|[M-H] 1-|(-}|268.2967|5|0000161 1 I 5 15,0402 (M-H]1-
5 5{6-EET{d11}|[M-H]1-|268 2967|[M-H]1-|(-)| 268 2967]10|0000161 1 I ES 174.2184 [M-H)1-
§, £S5 2022497 pHJI-
g S(BFEET{d11H[M-H]1-|230.2445|[M-H]1-|(-}]230.2445|5|0000161 | £ 214.2400 puH]1-
5{6FEET{d11)|[M-H]1-|230.2445|[M-H]1-|(-)|230.2445] 100000161 4 I E3 230.2445 [M-H)1-
E 268.2967 [M-H]1-
S{BFEET{d11H[M-H]1-|214.2499|[M-H] 1-(-}214.2499|5|0000161 | 5 312.2864 (MH)1-
5(6-EET{d1 1)[M-H]1-|214.2490)M-H]1-|(-)|214,2499{10|0000161 - | £ precursor [M-H)1-
S{B-EET{A11H[M-H]1-|202 2497 [M-H] 1-|(-}|202.2497|5|0000161 § |
5{6HEE T{d1 1)[M-H]1-|202. 2457 )[M-H]1-|(-)|202.2497] 10{0000161 4 I

5(6)-EET{d11}[M-H]1-1174.2184|[M-H]1-|(-)|174.2184|5/0000161
S(6FEET{d11)[M-H]1-|174.2184|[M-H]1-|(-)|174,2184]10|0000161 1
5(6)-EET{d11}][M-H]1-[115.0402|[M-H]1-](-)|115.0402|5/0000161 -

5(6FEET{d11)[[M-H]1-[115.0402|[M-H]1-|(-}|115.0402| 100000161 4

750 800
Number of Samples
Number of samples for model training

Figure 105. Number of samples used for training per combination Id
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1.22. 5,12-DiHETE [M-H]1- 0001299

5,12-DIHETE 0001299
59,0135 [M-H1~ 5, () | 59.0135 (M-HIt-, 10, ()| | 71.0136 (W-HIT-,5, () | |71.0136 MHI1-, 10, ()| [ 123.0815 (M-H)1-, 5, ()| | 239815 [M-HIT- 10,
084
0.64
1290557 MH1- 5, )| | 1299557 2;4411-. 10, | [ 451 1128 -, 5, (9| | 1571128 Ef;‘*"‘" 10, | | 181,086 patj1-, 5, | | 1810869 t[|;|-|-|1| 10,
0.84
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ol * 590135 [M-H]1-
* 71.0136 [M-H]1-
2024
£z m m ® 123.0815 [M-H]I-
%o.o i s | | | oo | | rEmEE————tte | | GRS 150 0557 [M-H]1-
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S 0s - 181.0869 [M-H]1-
E’ . ® 195.1025 [M-H]1-
061 ® 2732223 [M-H)I-
0.4 * 317.2119 M-H)1-
024 *  precursor [M-HJ1-
o.u-“/\m “,\un | om—| ——— T —— | [ —
; FerE e 20 40 60 20 40 B0 20 40 60 20 40 60
) =)
0.84
064
044
024
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Normalized Collision Energy HCD
Figure 106. Nonlinear fit
5,12-DIHETE 0001299
50.0135 [M-H]1-, § 59,0135 [M-H]1-, 10 71.0136 [M-H]1-, 5 71.0136 [M-H]1-, 10 | | 123.0815[M-H1- 5 | | 123.0815 (M-H]1-, 10
0.104
0.054
SRR S Sn SR e L e Sl e L e s s s
-0.054
<0.104 TITIFITT1 ] FTFTITTTIT FTERERTATES FTTTTT1
129.0557 [M-H]1-, 5 | | 1290857 [M-H]1-, 10 | [ 1511128 M-H1- 5 | [ 1511128 (MH)1-, 10 | [ 181.0869 -H1- 5 | | 181.0869 pu-H]1-, 10
0.104
0.054 Fragment
010 Py PR ) TR TR SRR [ e | ey 590135 MH]-
= ® 71,0136 [M-H]1-
g 0,05 * 123.0815 [M-H)1-
= 0104 * 1290557 [M-H]1-
3
E 195.1025 [M-H]1-, 5 195.1025 [M-H]1-, 10 273.2223 [M-H]1-, 5 273.2223 [M-H]1-, 10 317.2118 [M-H)1-, 5 317.2119 [M-H]1-, 10 1511128 [M-H]1-
T 0104 ® 181.0869 [M-H]1-
3 o 195.1025 [M-H]1-
s 0051 ® 273.2223 MHJ1
4 y )
U_m.b w —V* -4 —v* -1 e 372119 [M-H]-
0.054 * precursor [M-H]1-
0.10+ ! T ! NI g T — S —TT—
precursor [M-H]1-,5 | | precursor [M-H]1-, 10 20 40 60 20 40 60 20 40 60 20 40 60
0.104
0.054
L L]
a.m-*—n h-w
0.054
0.10 { : : !

20 40 6 20 40 60
Normalized Collision Energy HCD

Figure 107. Residuals of nonlinear fit
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5,12-DIHETE 0001299
59,0135 [M-H]1-, 5 59,0135 [M-H]1-, 10 71.0136 [M-H]1-, 5 71.0136 [M-HJ1- 10 | | 123.0815 [M-H]1- 5 | | 123.0815 M-H]1-, 10

P % ® x

2 o La X
2 . o
o4
24 -3 . - .
¥ 3 3

129.0557 [M-H]1-, 5 | | 129,057 M-HI1-, 10 | [ 151.1128 ()16 | [ 1511128 (HI1- 10 | [ 181.0869 M-H)1-,5 | [ 181.0868 MHI1- 10 | o o woNormali

.

oo e 5 A ©  Normal
#  Non-Mormal
Fragment
v i *  59.0135 [M-H]1-
. .

* 710136 [M-H]1-
2732223 [MH]1-, 5 || 2732223 [MH]- 10 | | 317.2119 [M-H[1-, 5 | | 317.2118 [M-H]1-, 10 * 123.0815 (M-H]1-
* 1290557 [M-H]1-

Standardized Residuals (A(y,yhat))

r T i o
2 2 F P ® 151,128 [M-H]1-
1= LA ®  181.0869 [M-H]1-
® 1951025 [M-H]1-
TF L=k ®  273.2223 [M-H1-
e’ '3 x 8 s 317.2119 [M-H]1-
T T T S B S I U e T T T i a3
2. 0 2 2 0 2
Theoretical Normal Distribution
Figure 108. Quantile-quantile plot of residuals
5,12-DIHETE 0001299
71.0136 [M-H]1- 1 .
59,0135 [M-H]1- 1 .
precursor (M-H]1- < s Mass Range [ppm]
. 5
A 10
317,219 [M-H]1- 4 .
B Fragment
=]
§273.2223 [M-H]1- 1 . S BostasMHl-
= o 71.0136 [M-H]1-
= ® 1230815 [M-H]1-
b
E 195.1025 [M-H]1- . ®  129.0557 [M-H]1-
® o 151.1128 [M-H]1-
it o 1810869 [M-H]1-
181,0869 [M-H]1- . ®  195.1025 [M-H]1-
o 2732223 [MH)1-
o 317.2119 [M-H)1-
1511128 [M-H]1- & @ precursor [M-H]1-
129.0557 [M-H]1- 4 .
123.0815 [M-H]1- 4 .

2e-054
4e-054
Ge-054
Be-054
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Figure 109. Normalized sum-of-squares of the residuals
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5,12-DIHETE 0001299

5,12-DIHETE|[M-H]1 H}1-}(-}|335.222783 3001293 4 |
5,12-DIHETE|[M-H]1-|precursor][M-H]1-|(-)|335.222783184809]10|0001299 4 |
5,12-DIHETE|[M-H]1-|71.0136)[M-H]1-|(-)| 71.0136(5|0001 299 -
5,12-DIHETE|[M-H]1-|71.0136([M-H] 1-|(-)|71.0136]10|0001 299
5,12-DIHETE|[M-H]1-|58.0135[M-H]1-(-}|59.0135|5|0001289

5,12-DiHETE|[M-H]1-|59.0135][M-H]1-|{-)|59.0135] 100001299 -

5,12-DIHETE|[M-H]1-317.2119)M-H]1-|(-)|317.2119|5/0001299 |

5,12-DIHETE|[M-H]1-|317.2119|[M-H]1-/(-}317.2119]10|0001209 - |

5,12-DIHETE|[M-H]1-273.2223|[M-H]1-|{-)|273.2223|5/0001299 -

5,12-DiHETE|[M-H]1-|273.2223[[M-H]1-|(-)|273.2223]10|0001299 4

Fragment

5,12-DIHETE|[M-H]1-195.1025|[M-H] 1-|{-)| 195.1025(5/0001299
5,12-DiHETE|[M-H]1-|195.1025/[M-H]1-|(-)|195.1025[10/0001299 4
5,12-DIHETE|[M-H]1-[181.0869|[M-H]1-|(-} 181.0869|5/0001 299
5,12-DIHETE(|[M-H]1-|181.0869|[M-H]1-|(-)|181.0869]10/0001299 4
5,12-DIHETE|[M-H]1-/151.1128|[M-H]1-|(-)| 151.1128|5/0001299 4
5.12-DIHETE|[M-H]1-151.1128|[M-H]1-|{-}{151.1128/10|0001299 -
5,12-DIHETE|[M-H]1-|129.0557|[M-H]1-|{-)|129.0557|5/0001299
5,12-DIHETE|[M-H]1-|129.0557|[M-H]1-|(-){129.0557]10/0001299 4
5,12-DIHETE|[M-H]1-{123.0815|[M-H]1-|(-)|123.0815(5/D001289 -

5,12-DiHE TEI[M-H]1-|123.08 15][M-H]1-]{-}| 123.0815[10/0001 289 -

400 420

Number of Samples
Number of samples for model training

Figure 110. Number of samples used for training per combination Id
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1.23. 5,6-DIHETE [M-H]1- 0001301

5,6-DIHETE 0001301
59.0134 [M-H]1-, 5, c-)_‘ 59.0134 [M-H]1-, 10, (-]-I 69.0342 [M-H]1-, 5, (-) | | 69.0342 [M-H]1-, 10, ()| | 115.0400 [M-H]1-, 5, {-) 1‘5-°"°°(|};'“l"- 10,
044
0.34
0.24
0.1+
0.04 s
145.0508 [M-H]1-, 5, (| | 1450505 t'gﬂh 10| | 163, 1402 paHyi-, 5, ()| | 1631492 ([?}I-Hh-. 19, || 180.1848 (M-H]1-, 5, (| | 19891648 t[n;mn 10,
0.4 4
034 Fragment
024 * 59.0134 [MH]1-
* 69.0342 [M-H]1-
2014
2 -\m \n T | | | || | — | S SOOI
%0-‘3' e S ® 1450505 [M-H]1-
§ 210.4753 [M-HIH-, 5, ()| | 2181753 '!h;H'lli 10, | | 2732024 1, 5, (| | 2732224 3\;«11-. 10. | | 3472410 HJi-, 5, ¢ | | 317219 tn\;H-|11 10, ® 163.1492 [M-H]1-
S 4l ® 189.1648 [M-H]1-
E’ . & 2191753 [M-H]1-
0.34 ® 273.2224 [M-H]1-
0.2 3172119 [M-H)1-
0.14 *  precursor [M-HJ1-
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Figure 111. Nonlinear fit
5,6-DIHETE 0001301
59.0134 [M-H]1-, 5 59,0134 [M-H]1-, 10 69.0342 [M-H]1-, 5 69,0342 [M-H]1-, 10 115.0400 [M-H]1-,5 | | 115.0400 [M-H]1-, 10
0.104
0.05+
110 e ) e e | et Vw Vw
-0.054
<0.104 TITIFITT1 ] FTFTITTTIT FTERERTATES FTTTTT1
145.0505 [M-H]1-,5 | | 145.0505 [M-H]1-, 10 | | 163.1492 [M-H]1-,5 | | 163.1492 [M-H]1-, 10 | | 189.1648 [M-H]1-, 5 | | 189.1648 [M-H]1-, 10
0.0
0.054 Fragment
107 -gitapEsensm Ggiuoemeeunne SesEEEHEGRENS- SoeEEEEREE [TeeEEREEe ] (R e 390134 (M)
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g 2051 ® 1150400 [M-H]1-
= 0104 * 145.0505 [M-H]1-
=]
E 219.1753 [M-H]1-, 5 | | 219.1753 [M-H]1-, 10 273.2224 [M-H]1-, 5 273.2224 [M-H]1-, 10 317.2118 [M-H)1-, 5 317.2119 [M-H]1-, 10 - 163.1492 [M-H]1-
T 0.10- * 189.1648 [M-H]1-
z 2191753 [M-H]1-
B 0054 ® 273.2224 [M-H)1
[ ¥ N
000 | Rygsetapmmosrsesess | Mypdupamtmesnttesee - =~ == =mmm . Ml comaan %———- %———- ® 317.2119 (M-H)1-
0.054 * precursor [M-H]1-
0.104 y Prrr— " rPrrr— . . o) | . - s
precursor [M-H]1-, 5 | | precursor [M-H]1-, 10 20 40 60 20 40 80 20 40 60 20 40 60
0.104
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Figure 112. Residuals of nonlinear fit

68



5,6-DIHETE 0001301

50,0134 [M-H]1-, 5

59,0134 [M-H]1-, 10

69,0342 [M-H]1-, 5

69,0342 [M-H]1-, 10

115.0400 [M-H]1-, 5

1150400 [M-H]1-, 10

\

)
b

21 -

~

\

3

=

145.0505 [M-H]1-, 10

163.1492 [M-H]1-, 5

163.1492 [M-H]1-, 10

x

219.1753 [M-H]1-, 5

219.1753 [M-H]1-, 10

273.2224 [M-H]1-. 5

317.2118 [M-H]1-, 10

Standardized Residuals (A(y,yhat))
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1.24. 5-HEPE [M-H]1- 0000133

Relative Intensity

Residuals (A(y,yhat))

0.6+
0.4 4
0.2

0.0 1550

0.2

o.u-m

5-HEPE 0000133

T1.0137 [M-H]1-, 5, (=)

T1.0137 [M-H]1-, 10, (=)

83.0711 [M-H]1-, 5, {-)

83.0711 [M-H]1-, 10, ()

59,0135 [M-H]1-, 5, t-)_‘

59,0135 [M-H]1-, 10, {-]-I

|yl

| et

115.0402 [M-H]1-, 5, ()

115.0402 Eh’l-H]1-, 10,

121,1023 [M-H]1-, 5, ()

121.1023 Eﬁ}l-l-!h-. 10,

163.1484 [M-H]1-, 5, ()

163.1494 t[I’.|'|-I-|]|-. 10,

0.64
0.4 4
M‘J\ ;J’\
2011651 (M-H]1-,5, )| | 2011651 m—rm-. 10, | | 265 2119 (M-H]1- 5, () zss.zﬂsg.;—rm-‘ 19, || 2062017 (M-H}1-. 5, () 2992017{[3%1—.10.
0.64

a\m!;r

N

N~

mp;v

; Fr e 40 60 40 80 20 40 60 20 40 60
1) ]
0.6
0.4
0.2+
0.04 m m
20 40 60 20 40 60
Normalized Collision Energy HCD
Figure 116. Nonlinear fit
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Figure 117. Residuals of nonlinear fit
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Figure 122. Residuals of nonlinear fit
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Figure 127. Residuals of nonlinear fit
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Figure 128. Quantile-quantile plot of residuals
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Figure 129. Normalized sum-of-squares of the residuals
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Figure 130. Number of samples used for training per combination Id
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Figure 131. Nonlinear fit
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Figure 132. Residuals of nonlinear fit
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Figure 133. Quantile-quantile plot of residuals
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Figure 134. Normalized sum-of-squares of the residuals
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Figure 135. Number of samples used for training per combination Id
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Figure 136. Nonlinear fit
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Figure 137. Residuals of nonlinear fit
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Figure 138. Quantile-quantile plot of residuals
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Figure 140. Number of samples used for training per combination Id
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Figure 141. Nonlinear fit
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Figure 142. Residuals of nonlinear fit
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Figure 143. Quantile-quantile plot of residuals
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Figure 146. Nonlinear fit
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Figure 147. Residuals of nonlinear fit
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Figure 151. Nonlinear fit
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8-HETE|[M-H]1-[275.2377|[M-H]1-|(-)|275.2377|5|0001287 4
B-HETE|[M-H]1-275.2377|[M-H]1-](-)|275.2377|10]0001287 +
8-HETE|[M-H]1-[257.2273|[M-H]1-|{-)|257.2273|5|0001287 <
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Figure 156. Nonlinear fit
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Figure 157. Residuals of nonlinear fit
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Figure 158. Quantile-quantile plot of residuals
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Figure 159. Normalized sum-of-squares of the residuals
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9(10)-EpOME{d4}[M-H]1 H]1-(-}299.25297 510001355 4
9(10)}-EpOME{d4}|[M-H]1-lprecursor][M-H]1-|(-)|299.252975530909]10]0001355 <
9(10)-EpOME{d4}[M-H]1-/59.0133|[M-H]1-(-)/59.0133/5|0001355 4
9(10)-EpOME{d4)j[M-H]1-59.0133{[M-H]1-|{-)|59.0133]10|0001355 1
9(10)-EpOME{d4}[M-H]1-[281.2418|[M-H]1-|{-)|281.2418/5/0001355 4

9(10)-EpOME{d4)j[M-H]1-1281.24 18][M-H]1-|(-)|281.24 18]10]0001355 -
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9(10)-EpOME{d4}[M-H]1-[185.1150|[M-H]1-|(-)|185.115]10]0001355 4

9(10)-EpOME{d4}[M-H]1-[172.1089|[M-H]1-|{-)|172.1089(5/0001355 4

9(10)-EpOME{d4)j[M-H]1-/172. 1088)[M-H]1-|(-)|172.1089]10]0001355 -

9(10)-EpOME(d4} 0001355

Figure 160. Number of samples used for training per combination Id
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1.33. 9-HEPE [M-H]1- 0001279
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Figure 161. Nonlinear fit

Residuals (A(y,yhat))
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Figure 162. Residuals of nonlinear fit
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9-HEPE 0001279

59,0133 [M-H]1-, 5

59,0133 [M-H]1-, 10
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Figure 163. Quantile-quantile plot of residuals
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Figure 164. Normalized sum-of-squares of the residuals
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Fragment

Figure 165. Number of samples used for training per combination Id

9-HEPE|[M-H]1-Jprecursor|[M-H]1-|(-)}317.212218484909{5/0001279 {

9-HEPE|[M-H]1-[precursor|[M-H]1-](-)|317.212218484909| 10j0001279 {

9-HEPE|[M-H]1-|69.0342|[M-H]1-|(-}59.0342|510001279 4
9-HEPE|[M-H]1-69,0342|[M-H]1-](-)|69.0342|10}0001279
9-HEPE|[M-H]1-|59.0133|[M-H]1-(-)|55.0133/5{0001273 -
G-HEPE|[M-H]1-|59.0133][M-H]1-|(-)|59.0133[10{0001279 4
9-HEPE|[M-H]1-[299, 2014)[M-H]1-|{-)|299.2014]5/0001279
9-HEPE|[M-H]1-1299.2014|[M-H]1-|(-}|299.2014| 10]0001279 4
9-HEPE|[M-H]1-|255.2117|[M-H]1-|{-|255.2117|5[0001279 4
G-HEPE|[M-H]1-255.2117)[M-H]1-{-)|255.2117|10{0001279
S-HEPE|[M-H]1-[177.1284|[M-H]1-|{-)| 177.1284|5/0001279 4
G-HEPE|[M-H]1-|177.1284|[M-H]1-}{-}177.1284/10{0001279 <
S-HEPE|[M-H]1-[167.0713|[M-H]1-|(-)| 167.0713|5/0001279 4
G-HEPE|[M-H]1-167.0713[[M-H] 1-|{-} 16707 13[10{0001279 4
9-HEPE|[M-H]1-[149.1334][M-H]1-{-)| 149.1334|5/0001279 4
G-HEPE|[M-H]1-149.1334|[M-H] 1-}{-}]149.1334/10{0001279 <
9-HEPE|[M-H]1-|139.0764][M-H]1-|(-)| 138.0764|5/0001279 4
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9-HEPE|[M-H]1-|123.0816|[M-H]1-{-)| 123.0816|50001279 4
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1.34. 9-HETE [M-H]1- 0001291
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Figure 166. Nonlinear fit
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Figure 167. Residuals of nonlinear fit
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Figure 168. Quantile-quantile plot of residuals
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Figure 169. Normalized sum-of-squares of the residuals
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9-HETE 0001291

S-HETE|M-H]1 H1-|{-}319.227 510001291 4 |
9-HETE|[M-H]1-|precursor[M-H]1-|(-)|319.227868554909]10|0001291 4 '
9-HETE|[M-H]1-|69.0342|[M-H]1-](-)|69.0342|5/0001291 4 |
O-HETE|[M-H]1-169.0342][M-H]1-|(-)|69.0342]10]0001291 - |

9-HETE|[M-H]1-|59.0133|[M-H]1-{-}|58.01335/0001291 -

G-HETE|[M-H]1-159.0133][M-H]1-|(-)|59.0133]10]0001291 4 I
9-HETE|[M-H]1-1301.2170]M-H]1-{(-}}301.217|5/0001291 4 |
S-HETE|[M-H]1-|301,2170][M-H] 1-|{-}|301.217]10/0001291 4 |
9-HETE|[M-H]1-[267 2275([M-H]1-|(-)|257 2275(5|0001291 4 |
9-HETE|[M-H]1+]257 2275|[M-H]1-(-}|257.2275/10|0001291 4 |

S-HETE|[M-H]1-[203, 1804|[M-H]1-|(-)|203.1804|5|0001281 4

Fragment

9-HETE|[M-H]1-]203. 1804|[M-H]1-](-)|203.1804]10|0001291 4
G-HETE|[M-H]1-{179.1440|[M-H]1-{(-}|179.144|5|0001291 4

S-HETE|[M-H]1-|179,1440|[M-H]1-|(-)|179.144]10]0001281 4

9-HETE|[M-H]1-|167.0712|[M-H]1-|(-)| 167.0712(5/0001291 4 |
9-HETE|[M-H]1-/167.0712|[M-H]1-](-)| 167.0712|10]0001251 4 |
S-HETE|[M-H]1-|139.0764|[M-H]1-|{-)|139.0764|5/0001291 + I
G-HETE|[M-H]1-]139.0764|[M-H]1-]{-)|139.0764]10|0001281 I
9-HETE|[M-H] 1| 123.0815[M-H]1-|(-)| 123.0815(5/0001291 4 |
G-HETE|[M-H]1-123.0815|[M-H]1-|(-}123.0815]10]0001291 4 |
?EIO 71'10 ?;lO 820

Number of Samples
Number of samples for model training

Figure 170. Number of samples used for training per combination Id
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=)
=

T

=]
=]
=]
=]
=
=
=

59,0133 [M-H]1-

69,0342 [M-H]1-

123.0815 [M-H)1-
1300764 [M-H]1-
167.0712 [M-H]1-
179.1440 [M-H]1-
203.1804 [M-H]1-
257.2275 [M-H)1-
301.2170 [M-H]1-
precursor [M-H]1-



1.35. 9-HODE [M-H]1- 0001339

Relative Intensity

9-HODE 0001339

59.0133 [M-H]1-, 5, ()

59.0133 [M-H]1-, 10, (-)

1231179 [M-H]1-, 5, (=)

123.1179?;«]1-. 10,

171.1025 [M-H]1-, 5, (-)

171.1025 [M-H]1-, 10,
)

0751
050
0251
0.00-| — st — :ﬂﬂm (e | | Lo | ]
293,227 MHIL- 5, ) 2&322?4{[!;»“1—.10. 77,2160 AHIN- 5. 0) m.zwam—rm—. 10, prmraoréM—Im-.Ei. m’ault[_h;-rm—. 10,
0751
050
025
. L]

000 {pr- iy (o ) o) g g )

20 40 60 20 4 6 2 40 60 20 40 60 20 40 60 20 40 60

Figure 171. Nonlinear fit

Residuals (A(y,yhat))

50.0133 (M-H)1- 5 | | 59.0133 [M-HJ1- 10 | | 1234178 M-HI1- 6 | | 123.1179 M-HI1-, 10 | [ 171.1028 (-H]1- 5 | | 171.1025 (-H]1- 10
0.104
0.054
000 - sempelpfl) - - mmaoon cemmmea
-0.054
“0.104
AR 11T WS i 1T TSN T TR ANy LI i
2332274 [M-HJ1- 5 | | 2332274 -]~ 10 | | 277.2168 [MH]1- 5 | | 277.2168 [M-H]1-, 10 | | precursor [M-H]1- 5 | | precursor [M-H]1-, 10
0.104
0.054
100 e e R 69 S - r = —y = oy
-0.054
0100y gy (1 111111111
20 40 60 20 40 &0 20 40 &0 20 40 80 20 40 60

9-HODE 0001339

Normalized Collision Energy HCD

Normalized Collision Energy HCD

Figure 172. Residuals of nonlinear fit
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Fragment

-

59,0133 [M-H]1-

® 1231179 M-H)1-

* 0

© 1711025 [M-H]1-

233.2274 [M-H]1-
277.2169 [M-H]1-
precursor [M-H]1-

Fragment

59,0133 [M-H]1-

& 1231179 [M-H]1-

- AT1.1025 [M-H]1-

233.2274 [M-H]1-
277.2169 [M-H]1-
precursor [M-H]1-



Figure 174. Normalized sum-of-squares of the residuals

Standardized Residuals (A(y,yhat))

Fragment + Adduct

1711025 [M-H]1- 4

9-HODE 0001339

1231179 [M-H1-{ &

59,0133 [M-H]1-, 5 59,0133 [M-H]1-, 10 123.1179 [M-H]1-, 5 1234179 [M-H]1-, 10 | | 1711025 [M-H]1- 5 | | 171.1025 [M-H]1-, 10
.*\/' .f' f_ 3\‘ ’,. ",
’ / ‘ / 1 / / ,/ /
ot okt o i ,"l ,"l
104
204
233.2274 [M-H[1-, 5 | | 233.2274 [M-H]1-, 10 | | 277.2169 [M-HJ1- 5 || 277.2169 [M-H]1-, 10 [M-H[1-, 5 [M-H]1-, 10
10
204 z
2 0 2 2 0 2 2 0 2 2 0 2 2 0 2 2 0 2
Theoretical Normal Distribution
Figure 173. Quantile-quantile plot of residuals
9-HODE 0001339
59.0133 [M-H]1-4 -
precursor [M-H]1-+ -
277.2168 [M-H]1-4 -
233.2274 [M-H]1- 4 "
'Y

logsgh Res. SSq
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1e-044
2e-04 1
Je-04 1

Res. S-W-Normality
% Mon-Normal

Fragment

* 590133 [M-H]1-
1231179 [M-H]1-
171.1025 [M-H]1-
233.2274 [M-H]1-
277.2169 [M-H]1-
precursor [M-H]1-

. s s s =

Mass Range [ppm]
* 5
A 10

Fragment

59,0133 [M-H)1-
123,179 [M-H)1-
171.1025 [M-H]1-
233.2274 [M-H]1-
277.2169 [M-H]1-
precursor [M-H]1-



9-HODE 0001339

9-HODE|[M-H]1-| 1IM-H]1-)(-)|295.227 |5|0001339 < |
9-HODE|[M-H]1-|precursor|[M-H]1-|(-)|295.227868554909| 100001339 4 |
9-HODE|[M-H]1-|52,0123)[M-H]1-|(-)|59.0133|5/0001239 < |
9-HODE|[M-H]1-(59.0133([M-H]1-|(-}|59.0133]10/0001339 4 |
S-HODE|[M-H}1-[277_2169([M-H]1-|(-}277.2168|5|0001339 4
Fragment
E 59.0133 [M-H)1-
£ G-HODE|[M-H]1-|277.2169[M-H]1-|(-)|277.2169(10|0001339 4 | £ 123.4178 [M-H]1-
§, E3 1711025 (M-H]1-
i 9-HODE|[M-H]1-|233.2274|[M-H]1-|(-}233.22745/0001339 | £ 233.2274 [M-H)1-
E3 277.2189 [M-H]1-
E: precursor [M-H]1-
O-HODE|[M-H]1-|233,2274|[M-H]1-|(-)|233,2274]10|0001339 4
9-HODE|[M-H]1-[171.1025|[M-H]1-|(-}171.1025|5|0001339 = |
9-HODE|[M-H]1=[171.1025[M-H]1-]{=)| 171.1025{10|0001339 4 |
S-HODE|[M-H]1-]123.1179)[M-H]1-|(-)| 123.1179|5|0001339 |
G-HODE|[M-H]1-[123, 1179([M-H]1-}{-}123.1179{10|0001339 < |

600 700
Number of Samples
Number of samples for model training

Figure 175. Number of samples used for training per combination Id
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1.36. 9-HOTrE [M-H]1- 0000137

9-HOTrE 0000137

Relative Intensity

Residuals (A(y,yhat))

59,0135 [M-H]1-, 5, (-)

59,0135 [M-H]1-, 10, ()

71.0137 [M-H]1-, 5, (-)

T1.0137 [M-H]1-, 10, (=)

121.1024 [M-H]1-, 5, (-}

121.1024 [M-H]1-, 10,
5]

0.4 4

0.3+

0.24

0.1+

0.0+

—)

m

m}ﬂ

L

TTTenin

171.1028 [M-H]1-, 5, ()

171.1029 ([h;-l-m-. 10,

185.1184 [M-H]1-, 5, (-)

185.1184 EI?-HH - 10,

2312119 [M-H]1-, 5, (-)

231.2119 t[l;-l-l]i-. 10,

=

275.2018 [M-H]1-, 5, (-)

2752018 [M-H]1-, 10,
(2]

precursor [M-H]1-, 5,

plw\m[[h}l-H]i-. 10,

20

20 40 60

(3!
0.0 STTTTITIT fim
20 40 60 20 40 60 20 40 60 20 40 60
Normalized Collision Energy HCD
Figure 176. Nonlinear fit
9-HOTrE 0000137
590135 [M-H1- 5 | | 59.0135 [MH]1- 10 71.0137 M-H]1-, 5 | | 71.0137 (HD- 10 | [ 1210024 Rt 5 | [ 1211028 p-Hp-, 10
0104
0.054
.05
-0.104 T T TTRTTTTIn TTTTTITIT L
1711028 M-H)1- 5 | | 1711020 )1~ 10 | [ 1850184 (M-H1- 5 | [ 1854184 MHpt- 10 | [ 2312119 (MHN- 5 | [ 231.2118 MH- 10
0.104
0.054
o0+ 2 M B
.05 ‘ ‘
M .
-0.104 ITIii| LLLLLLLLL) [EEETETEIT] LLLENL
2752018 (M-HJ-, 5 | | 275.2018 (H)1- 10 | [ p MH)1-5 | [ p [M-H]1-, 10 2040 G020 4060
0104
0.054
0004 e |- - e e
.05
-0.10+ T T TTTTIn TTITIT
20 40 6 20 40 60 20 40 60 20 40 60

Normalized Collision Energy HCD

Figure 177. Residuals of nonlinear fit

1

07

Fragment
59,0135 [M-H]1-
71.0137 [M-H]1-
1211024 [M-H)1-

- 1711029 [M-H]1-
185.1184 [M-H]1-
231.2119 [M-H]1-
275.2018 [M-H)1-
precursor [M-H]1-

LI I I I B B

Fragment

59,0135 [M-H]1-
71.0137 [M-HJ1-
121.1024 [M-H]1-
171.1028 [M-H]1-
185.1184 [M-H]1-
231.2119 [M-H)1-
2752018 [M-H)1-
precursor [M-H]1-

* & & & & &



9-HOTrE 0000137

59.0135 [M-H]1-, 5 59.0135 [M-H]1-, 10 710137 [M-H)1-, 5 71.0137 [M-H]1-, 10 121.1024 [(M-HJ1-, 5 | | 121.1024 (M-H]1-, 10
E3 *
- - Fragment
=, 171.1020 [M-H1-,5 | | 171.1029 [M-H]1- 10 | | 1851184 [M-H]1- 5 || 1851184 [M-H]1-, 10 | | 231.2119 [M-H}1- 5 || 231.2119 [M-H]1-, 10 R —
£ *  71.0137 [M-H)1-
>
g . s 121.1024 [M-H]1-
2 x " z L e 1711029 MH]-
[ * b
] 4 - e oA *  185.1184 [M-H]1-
E i 1 * 231.2119 [M-H]I-
s # s 275.2018 [M-H]1-
B L g e 2 *, 2 ®  precursor [M-H]1-
B
3 .. o o o
g T T T3 3 Res. S-W-Normality
275.2018 [M-H|1-. 5 | | 275.2018 [M-H[1-, 10 | | p MH)1-5 | | p [M-H)1-, 10 i ’ % Non-Nomal
54
o4
54
2 0 2 2 0 2 2 0 2 2 0 2
Theoretical Normal Distribution
Figure 178. Quantile-quantile plot of residuals
9-HOTrE 0000137
TLONST [MH]-4 &
59.0135 [M-H]1- 4 .
Fragment
precurser [M-H]1- 4 . o 50.0135 [M-H]1-
®  TLONST MH]-
®  121.1024 [M-H]1-
g & 171.1029 [M-H]1-
T 275.2018 [M-H]1- .
z ®  185.1184 [M-H)1-
* ®  231.2119 [M-H]1-
c
g ® 2752018 [M-H)1-
2 231.2119 [M-H]1- . ®  precursor [M-H]1-
i
Mass Range [ppm]
185.1184 [M-H]1- 4 . .3
A& 10
171.1029 [M-H]1- 1 .
121.1024 [M-H]1-{ .

0.000054
0.000104
0000154
0.00020 4

logsgh Res. SSq

Figure 179. Normalized sum-of-squares of the residuals

108



9-HOTrE 0000137

9-HOTIE|[M-H]1-|precursor|[M-H]1-](-}|293.212218484909|5|0000137 4 |
9-HOTIE|IM-H]1-|precursor][M-H]1-|(-)|293,212218484909]10|0000137 4 |
9-HOTIE|IM-H]1-|71.0137|[M-H]1+]{-)|71.0137|5/0000137 4 |

9-HOTTE|[M-H]1-[71.0137|[M-H]1-}{-}71.0137]10/0000137 |

S-HOTIE|[M-H]1-/59.01 35)[M-H]1-]{-)|59.0135|5|0000137 4 |
S-HOTIE|[M-H]1-|59.0135|[M-H]1-|{-}53.0135/10/0000137 § |
Fragment
9-HOTIE|M-H]1-[275.2018([M-H] 1-|{-}|275.2018|5[0000137 4 | E3 59.0138 [M-H]1-
ES 71.0137 [M-H)1-
H 9-HOTE|[M-H]1-|275.2018)[M-H]1-(-)|275.2018/10|0000137 = | £ 121.1024 [M-H]1-
5, E3 1711029 M-H]1-
z 9-HOTIE|[M-H]1-1231.2119][M-H]1-|{-)|231.2119|5|0000137 4 | E3 185.1184 [MH]1-
E3 231.2119 (MH]1-
G-HOTE|[M-H]1-/231.2118([M-H]1-}(-}|231.2119{10/0000137 4 | £ 275.2018 (-H]1-
E precursor [M-H]1-

9-HOTIE|[M-H]1-185.1184][M-H]1-|{-)| 185.1184/5]0000137 4

G-HOTFE|[M-H]1-| 185, 1184|[M-H]1-|(-}| 185.1184|10|0000137 -

S-HOTIE|IM-H]1-1171.1028|[M-H]1-|{-}|171.1029|5/0000137

9-HOTTE|[M-H]1-[171.1029][M-H]1-|{-} 171,1029]10/0000137 4

S-HOTIE|[M-H]1-]121.1024|[M-H] 1-|{-}121.1024|5|0000137 =

9-HOTIE|[M-H]1-|121.1024][M-H]1-|(-)|121.1024]10/0000137 4

600 700 800
Number of Samples
Number of samples for model training

Figure 180. Number of samples used for training per combination Id
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1.37. AA{d8} [M-H]1- 0001337

Relative Intensity

Residuals (A(y,yhat))

AA{d8} 0001337
50,0133 [M-H]1-, 5, () | | 59.0133 (M-H]1-, 10, (-} | 183.2024 (M-H]1-, 5, (-} 133.2024([!\;4-01-. 10. | | 212.2400 M-H]1-, 5, (-) 2"""""3"“‘”" i
1.00
0.754
0.504
025
000 . | T | T | m——n—n | | S———m"
& 1| [230.2618 e 10, e | [267.2020 - 10, | [ precursor -H]1-, 5, | [ precursor (M-H]1-, 10,
- 230.2618 [M-H)1-, 5, (-} L 267.2628 [M-H]1-, 5, () L I o
0.754
050
025
) fi
'\ "\
o s v [ |
20 40 &0 20 40 &0 20 40 B0 20 40 60 20 40 B0 20 40 60
Normalized Collision Energy HCD
Figure 181. Nonlinear fit
AA{d8} 0001337
59.0133 (M-H]1- 5 | | 59.0133 (MHJ1- 10 | | 1832024 ()1~ 5 | [ 183.2024 (M-H)1-, 10 | [ 212:2400 (W-H)1-, 5 | | 212.2400 (M-H)1-, 10
0.104
0.054 . (]
L] ]
o ° P
0.001 e e e
0051 . .
-0.104 I I AULURNUNY [ v LD PD0)
239.2618 [M-H]1-. 5 | | 239.2618 [M-H]1-, 10 | | 267.2920 [M-H[1-5 | | 267.2928 [M-H]1- 10 | | precursor [M-H]1-, 5
0.104
0.054 '
o.uomn% M MW— h—— HE-- —I———
-0.054 [
0101y g 1100001 | oo 1111111 | 1111111
20 40 (] 20 40 [:1] 20 40 [:1] 20 40 60 20 40 B0 20 40 B0

Normalized Collision Energy HCD

Figure 182. Residuals of nonlinear fit

1

10

Fragment

-

59,0133 [M-H]1-

® 1832024 [M-H]1-

]

- 2122400 [M-H]1-

239.2618 [M-H]1-
267.2929 [M-H]1-
precursor [M-H]1-

Fragment

59,0133 [M-H]1-

1832024 [M-H]1-

- 212.2400 [M-H]1-

230.2618 [M-H]1-
267.2929 [M-H]1-
precursor [M-H]1-



AA{d8} 0001337

59.0133 [M-H]1-, 5 59,0133 [M-H]1-, 10 183.2024 [M-H]1-, 5 | | 183.2024 [M-H}1-, 10 | | 2122400 (M-H)1-, 5 | | 212.2400 (M-H]1-, 10
4 7 : ”
= *
¢ # * 4 - ;
0
z § ,;? ,:i Fragment
2 : 2
5 4 ¥ | ; 4 ; * 590133 [M-H]1-
= |2 : x ™
5w ¢ : - ® 183.2024 [M-H]1-
2 x o 2122400 [M-H]1-
[
3 * 239.2618 [M-H]1-
E 239.2618 [M-H]1-, 5 | | 239.2618 [M-H]1-, 10 | | 267.2929 [M-H]1-5 || 267.2929 [M-H]1- 10 | | precursor [M-H]1-, 5 | | precursor [M-H]1-, 10 ®  267.2929 (M-H]1-
= *  precursor [M-H]1-
A
B ;
g Res. S-W-Normality
2 44
a o . % Non-Normal
' ’
oA
K ;
44 . .
2 0 2 2 0 2 2 0 2 2 0 2 2 0 2 2 0 2
Theoretical Normal Distribution
Figure 183. Quantile-quantile plot of residuals
AA{d8} 0001337
58,0133 [M-H]1- N
precursor [M-H]1-< -
Fragment
o 59.0133 [M-H]1-
& o 183.2024 [M-H]1-
§ 267.2929 [M-H]1- 4 " o 2122400 [MH]1-
2 o 2392618 [M-H]1-
+ o 2672020 [MHJI-
5 ®  precursor [M-H]1-
E
o
S 2302618 pa-H)1- 4 -
Mass Range [ppm]
.5
Pt
2122400 MH[1-4 &
183.2024 [M-H]1- 2 -

0.0005
0.00104
0.0015
0.0020

logsgh Res. SSq

Figure 184. Normalized sum-of-squares of the residuals
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AA({d8B} 0001337

AA{B}[M-H]1-|precursor[M-H]1-{-)|311.283167876209|5|0001337 4 |
AA[BY[M-H]1-|precursor[M-H] 1-|{-}j311.283167876908]10|0001337 < |
AALDBHM-H]1-|59,0133|[M-H]1-(-)[50.0133|5/0001337 4 |
AA(GB)|[M-H]1-159.0133|[M-H]1-|(-)|59.0133]10]0001337 < |
AA[ABYH[M-H]1-|267.2929|[M-H] 1-|(-)[267.2929(5|0001337 4
Fragment
E 59.0133 [M-H)1-
g AA[EY[M-H] 1267 2029)[M-H]1-]{-)|267.2929]10|0001337 < | E 183.2024 [M-H)1-
5’ E3 212.2400 [M-H]I-
i AA{dB}[M-H]1-|239.2618|[M-H]1-|(-)|239.2618/5/0001337 4 | E5 239.2618 [M-H)1-
ES 267.2929 [M-H]1-
E:-E precursor [M-H]1-
AA[CEYM-H] 1239, 2618)[M-H]1-{-)|239.2618]10|0001337 <
AA{ABY[M-H] 1-[212.2400|[M-H]1-|{-)[212.24|5/0001337 = |
AALAENM-H]1-1212.2400|[M-H]1-1(-}1212.24]10|0001337 4 |

AA[ABHM-H]1-|183.2024][M-H] 1-](-)| 183 2024|5/0001337 4 |

AA{AE)|M-H]1-183,2024][M-H]1-|(-)|183.2024]10]0001337 - |

600 700
Number of Samples

Number of samples for model training

Figure 185. Number of samples used for training per combination Id
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1.38. DHA{d5} [M-H]1- 0001353

DHA{d5} 0001353

59,0133 [M-H]1-, 5, (-) | 59,0133 [M-H]1-, 10, (-) |

182.1961 [M-H]1-, 5, (=)

182.1961 [M-H]1-, 10,
)

234.2274 [M-H]1-, 5, ()

2342274 [M-H]1-, 10,
5]

0.8

0.6+

0.2

0.0

L FETTETIaI

T 0

| T —

e —

s

2o02az9 - 5, )| | ZOZIHIT T

288.2744 [M-H]1-, 5, (-)

288.2744 hl-l-m-. 10,

314.2538 [M-H1-, 5, (-}

314.2538 t[l;‘-l-l]l-\. 10,

o o e
= > o

Relative Intensity
o

§

P [M-H]1-, 5, P
1)

0.8

0.6

0.2+

0.0

20 40

Figure 186. Nonlinear fit

Normalized Collision Energy HCD

60

DHA(d5} 0001353
59.0133 [M-H1~5 | | 59.0133 (M-H]1- 10 | | 1821961 [M-H)1- 5 | | 1821961 (-]~ 10 | [ 2342274 M-H1- 5 | [ 2342274 (MH)1- 10
0.10+4
0.054 . .
- o
0.00 S “'ww
0.054 [ ] .
“0.104 LALILLLLLL LLLLLLLLL) 111 T il
260.2420 [M-H]1- 5 | | 2602429 -+t~ 10 | | 288.2744 M-+~ 5 | [ 2882744 (M-Hj1-, 10 | [ 314.2538 (ahii-, 5 | [ 3142538 M-, 10
0.101
=
% 0.05+ " . l‘ »
=
=
D 000 | - | |e——— - | - - - g - | (————- - - | (S————- - - |
P
[
B
2 0054
-]
«
-0.104 LLLELL L1l 100111 1 FITIILE i i Rl
precursor [M-HJ1-, 5 precursor [M-H]1-, 10 20 40 &0 20 40 B0 20 40 60 20 40 60
0.104
0.054
U-WM-‘M“
-0.05 4
20 40 (] 20 40 [:1]

Normalized Collision Energy HCD

Figure 187. Residuals of nonlinear fit
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Fragment

-

L I I O I B 1

59,0133 [M-H]1-
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Figure 188. Quantile-quantile plot of residuals
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Figure 189. Normalized sum-of-squares of the residuals
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Figure 190. Number of samples used for training per combination Id
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1.39. EPA{d5} [M-H]1- 0001335

EPA{d5} 0001335
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Figure 191. Nonlinear fit
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Figure 192. Residuals of nonlinear fit
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Figure 193. Quantile-quantile plot of residuals

Fragment + Adduct

EPA{d5} 0001335

59,0134 [M-H]1-

precursor [M-H]1-4

262.2586 [M-H]1-

2082118 [M-H[1-1 &

0.00005 4

logsgh Res. SSq

0.000104

0.00015
000020+

Figure 194. Normalized sum-of-squares of the residuals
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Figure 195. Number of samples used for training per combination Id
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1.40. LTB4{d4} [M-H]1- 0001331
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Figure 196. Nonlinear fit
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Figure 197. Residuals of nonlinear fit
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Figure 198. Quantile-quantile plot of residuals
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Figure 199. Normalized sum-of-squares of the residuals
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LTB4{d4} 0001331
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Figure 200. Number of samples used for training per combination Id
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1.41. LTC4{d5} [M-H]1- 0000163
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Figure 201. Nonlinear fit
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Figure 202. Residuals of nonlinear fit
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Figure 203. Quantile-quantile plot of residuals
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Figure 205. Number of samples used for training per combination Id
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Figure 206. Nonlinear fit
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Figure 207. Residuals of nonlinear fit
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Figure 208. Quantile-quantile plot of residuals
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Figure 210. Number of samples used for training per combination Id
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1.43. Maresin 1 [M-H]1- 0001319
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Figure 211. Nonlinear fit
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Figure 212. Residuals of nonlinear fit
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1.44. PGB2{d4} [M-H]1- 0000151
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Figure 216. Nonlinear fit
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Figure 217. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))
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Figure 218. Quantile-quantile plot of residuals

Fragment + Adduct

Figure 219. Normalized sum-of-squares of the residuals
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Figure 220. Number of samples used for training per combination Id
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PGB2{d4}|[M-H]1-1211,1280][M-H]1-{(-)|211.128{5/0000151 -
PGB2{d4}{[M-H]1-/211.1280|[M-H]1-|(-§211.128[10{0000151 4
PGB2{d4}|[M-H]1-|179.1381|[M-H]1-|{-)[179.1381|5{0000151 -
PGE2{d4}|[M-H]1-]179.1381|[M-H]1-{-}|179.1381| 100000151 -
PGB2{d4}{[M-H]1-[167.1381)[M-H]1-|{-)| 167.1381|5/0000151 4
PGB2{d4}([M-H]1-| 1671381 |[M-H]1-|{-} 167.1381|10j0000151 -
PGB2{d4}{[M-H]1-|113.0973[[M-H]1-(-}|113.0973|5[0000151 <

PGB2{d4}[[M-H]1-113.0973[M-H]1-|{-)| 113.0973|10j0000151 {

T '

760 800
Number of Samples

Number of samples for model training
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Fragment

E3 57.0342 [M-H]1-
E3 113.0073 [M-H]1-
F3 167.1381 [M-H]1-
E3 1791381 M-H]-
E 2111280 [M-H]1-
F3 239.1592 (M-H]1-
E3 275.2319 [M-H]1-
3 319.2217 [M-H]1-
[E- precursor [M-H]1-



1.45. PGD2{d4} [M-H]1- 0001311

PGD2{d4} 0001311

Relative Intensity

Residuals (A(y,yhat))

121.0659 [M-H]1-, 5, (-)

121.0659 ([h;-H]i-. 10,

193.1534 [M-H]1-, 5, ()

193.1534 [M-H]1-, 10,
)

203.1441 [M-H]1-, 5, (=)

2031441 [M-H]1-, 10,
5]

0.3+

0.2+

0.1

0.0

\
\

L

...

—.

2971433 (WHI1- 5, )| | 271438 '!‘h;-l-l]I-. 10, | [ 255 1530 pHy1-, 5, () zss.ﬁsoal-l-m-. 10, | | 275 2316 (MH1-. 5, () 275.23183;‘4-“1-\. 10, Fragment
® 121.0659 [M-H]1-
g * 1931534 [M-H]I-
& 2031441 (M-H]1-
n ® 2371433 [M-H]1-
® 2551539 [M-H]1-
o * 2752316 [M-H]1-
* 319.2215 [M-H]I-
001 e || S— il mtiif
. p [M-H]1-
$19.2215 [M-H[1-, 5, () 319.2215([!\;4-01-. 10, | | 3072323 (MH]1-, 5, () 3312.32331«;1-. 10, mrw{g.m]h 5, mmg;l-ﬂ]h 10,
034
024
0.1
0.0+ h ’ mm- M,_,
20 40 60 20 40 60 20 40 60 20 40 60 20 40 60 20 40 60
Normalized Collision Energy HCD
Figure 221. Nonlinear fit
PGD2{d4} 0001311
121.0659 [M-H]1-, 5 | | 121.0659 [M-H]1-, 10 | | 193.1534 M-H)1- 5 | | 193.1534 [M-H]1-, 10 | | 2031441 M-H]1- 5 | | 2081441 (M-H]I-, 10
0.10
0.054
R R e e M M | smmemE ) |eomemagE)|
0.054
<0104 T T TTRTTTTIn TPTTTITIT = T
27,1433 MHIH- 5 | | 237,143 M-HI1- 10 | | 2551509 (MHIT- 5 | | 2651509 MHIT- 10 | | 2752016 (MHI1-S | | 76216 IMHIN 10 | ey
0.104
® 121.0659 [M-H]1-
ogs ® 1931534 [M-H]1-
& ‘ ‘ ® 2031441 [MH]1-
® 2371433 [M-H]1-
a.mbb - -1 of— - —!M— M
. ) ® 2551539 [M-H]1-
® 2752316 [M-H)1-
0054 3192215 M-H]1-
© 3372323 [M-H]1-
-0.104 T T it L P ®  precursor [M-H]1-
3192215 [M-H1-, 5 | | 319.2215 [M-H]1-, 10 | | 337.2323 [M-HJ1-, 5 | | 337.2323 [MH]1- 10 | | precursor [M-H]1-, 5 | | precursor [M-H]1-, 10
0.10
0.05
U.M-b—-b-* - '-*, - -1 ifp——oe - - - -1 | —— - - - -
0.054
-0.10+ T T m m sy gy
20 40 6 20 40 60 20 40 60 20 40 60 y 40 60 20 40 60

Normalized Collision Energy HCD

Figure 222. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))

PGD2{d4} 0001311

1210659 [M-H]1-, 5

121,065 [M-H]1-, 10

193.1534 [M-H]1-, §

193.1534 [M-H]1-, 10

203.1441 [M-H]1-, 5

203.1441 [M-H]1-, 10

2551530 [M-H]1-, 5

319.2215 [M-H]1-, §

319,2215 [M-H]1-, 10

337,2323 [M-H]1-, 5

337,2323 [M-H]1-, 10

precursor [M-H]1-, 5

precursor [M-HJ1-, 10

¥

0o 2

2 0 2

2
Theoretical Normal Distribution

Figure 223. Quantile-quantile plot of residuals

Fragment + Adduct

PGD2{d4} 0001311

precursor [M-H]1-+

337.2323 [M-H]1- 4

319.2215 [M-H]1- 4

275.2316 [M-H)1- 4

255.1539 [M-H]1- 4

237.1433 [M-H]1- 4

203.1441 [M-H]1- 4

193.1534 [M-H]1-

1210650 [M-H|1-4 &

logsgh Res. SSq

2.5e-05+

5.0e-054

Figure 224. Normalized sum-of-squares of the residuals
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7.5e-05
1.0e-04 4

Res. S-W-Mormality
% Mon-Mormal

Fragment
®  121.0659 [M-H]1-
*  193.1534 [M-H]1-
* 203.1441 [M-H]1-
*  237.1433 [M-H]1-
*  255.1539 [M-H]1-
*  275.2316 [M-H]1-
*  319.2215 [M-H]1-
®  337.2323 [M-H)1-
= precursor [M-H]1-

Fragment

®  121.0659 [M-H]1-
193.1534 [M-H]1-
203.1441 [M-H]1-
237.1433 [M-H]1-
255.1539 [M-H]1-
275.2316 [M-H]1-
319.2215 [M-H1-
337.2323 [M-H1-
®  precursor [M-H]1-

Mass Range [ppm]
* 5
A& 10



PGD2{d4} 0001311

PGD2{d4}[M-H]1-|precursor|[M-H]1-|(-)|355.242804790909)5/0001311 4 I
PGD2{d4}[M-H)1-[precursor|[M-H] 1-|(-)| 355.242804790909]10/0001311 4 |
PGD2{dd}{[M-H]1-]337 2323|[M-H]1-|(-}}337.2323|5/0001311 4 |
PGD2{d4}[M-H]1-|337.2323)[M-H]1-|(-)|337.2323]10/0001311 I
PGD2{dd}[M-H]1-319.2215|IM-H] 1-|(-}319.2215|5/0001311 4 |
PGD2{d4}[M-H]1-319,2215)[M-H]1-|(-)|319,2215]10/0001311 |
Fragment
PGD2{d4}[M-H]1-{275.2316|[M-H] 1-|{-}275.2316|5/0001311 4 I B
1 121.0659 [M-H]1-
PGD2(c4)[M-H]1-|275.2316][M-H]1-|(-)|275.2316]10/0001311 I E 193.1534 [M-H]1-
= F5 2031441 [M-H]1-
g PGD2{dd}|[M-H]1-|255.1539|[M-H] 1-J(-}|255.1539]5/0001311 | B3 237.1433 HII-
g PGD2{d4}[M-H]1-|255.1539][M-H]1-|(-)|255.1539]10/0001311 | E5 255.1539 [M-H]1-
[ E3 275.2316 [M-H]1-
PGD2{dd}{[M-H]1-]237.1433|[M-H]1-|(-}237.1433|5/0001311 4 | E3 319.2215 [M-H]1-
[ 337.2323 [M-H]1-
PGD2{d4}[M-H]1-|237. 1433[M-H]1-|(-)|237.1433]10/0001311 | == (MHII-
PGD2{d4}|[M-H]1-[203.1441|[M-H]1-|{-§203.1441|5|0001311 - |
PGD2{d4}[M-H]1-|203. 1441|[M-H]1-|(-) 203, 1441]10/0001311 |
PGD2{d4}[M-H]1-|193.1534|[M-H] 1-J(-}193.15345/0001311 I
PGD2({d4}[M-H]1-193.1534|[M-H]1-|(-)| 193.1534]10|0001311 I
PGD2{dd}{[M-H]1-]121.0858|[M-H] 1-|{-}|121.0659|5/0001311 4 |
PGD2{d4}[M-H]1-121,0659][M-H]1-|{-)|121,0659]10/0001311 |
300 400 500 500 700
Number of Samples

Number of samples for model training

Figure 225. Number of samples used for training per combination Id
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1.46. PGE2{d4} [M-H]1- 0001313

PGE2{d4} 000131

3

179.1378 [M-H]1-, 5, (=)

179.1378 [M-H]1-, 10,
(5]

193.1533 [M-H]1-, 5, (=)

193.1533 [M-H]1-, 10,
)

237.1432 [M-H]1-, 5, (=)

237.1432 [M-H]1-, 10,
5]

0.4 4
0.34

0.24

0.0 L

)

AN

L

=

S

o | [ 2391589 p-Hp1-, 10, e | | 2752315 (M-H]-, 10, e | | 2932425 paH)1-, 10,
239.1589 [M-H]1-, 5, (-) ) 275.2315 [M-H[1-, 5, (-) ) 293.2425 [M-H]1-, 5, (-} ) Fragment
0 o 179.1378 [M-HJ1-
> ® 1931533 [M-H]1-
‘w034
= ® 2371432 [MH]1-
£ o ® 2391589 [M-H]1-
2 o 2752315 [M-H]1-
=3
§ o] ® 2932425 [M-H]1-
® 3192213 [MH]1-
Ry e — | — | —— 37202 e
. p [M-H1-
319.2213 (MH]1- 5, | | 2192218 ([h;\-l-l]i-. 10, | | 337.2321 patii- 5, ¢ | | 3372321 F}H\!ﬁ-. 10, e [=.|-H]1- 5, | | precursor P;l-H]h 10,
044
034
024
014
0.0 i . : L
20 40 60 20 40 60 20 40 60 20 40 60 20 40 60 20 40 60
Normalized Collision Energy HCD
Figure 226. Nonlinear fit
PGE2{d4} 0001313
179.1378 [M-H]1-, 5 | | 1791378 (M-H]1-, 10 | | 193.1533 (M-H1-. 5 | | 193.1533 [M-H]1-, 10 | | 237.1432 M-H1- 5 | | 237.1432 M-H)1-, 10
0104
0.054
B M M ez Jhmme 1
.05
-0.104 T T TTRTTTTIn TPTTTITIT T
2321580 MH1 5 | [ 2391589 WHHI1 10 | [ 2752315 It 5 | [ 2752515 (-, 10 | [ 2032425 Irhit- 5 | [ 2932425 eIt 10 | oy
0.104
_ ® 1791378 [M-H]1-
E 0054 ® 193.1533 [M-H]1-
2 . t ! ® 2371432 [M-H]1-
3 - 2301589 [M-H]1-
= 0.00 1SSyt Smm—— - F e
2 ® 2752315 [MH]1-
s ® 2932425 [MH]1-
2 sl [-H]
2 ® 3192213 [MH]1-
e * 337.2321 [MH)I-
-0.104 FTTeIm L [ETETTITIT] i ®  precursor [M-H]1-
319.2213 [M-HJ1- 5 | | 319.2213[M-H]1-, 10 | | 337.2321 [M-H]1-, 5 | | 337.2321 [M-H]1-,10 | | precursor [M-H]1- 5 | | precursor [M-H]i-, 10
0104
0.054
u_uo-%- M-m— m--% ------ Lk ______
.05
-0.10+ T T Yo YT . .
20 40 6 20 40 60 20 40 60 20 40 60 ) 40 60 20 40 60

Normalized Colli

sion Energy HCD

Figure 227. Residuals of nonlinear fit
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PGE2{d4} 0001313

1791378 (M-H]1- 5 | | 1791378 (M-H]1-, 10 | | 1981533 [M-H]1-, 5 | | 193.1533 (M-H]1- 10 | | 237.1432 (M-H1-, 5 | | 237.1432 (M-H]1-, 10

50
X X" ® ®
® . X, al *

254 Z k: s P

0.04

’ ’, b
251, 4 / % * 5 (i

= 239.1589 [M-H]1-, 5 | | 239.1589 [M-H]1-, 10 | | 275.2315([M-H|1- 5 || 275.2315 [M-H]1-, 10 | | 293.2425 [M-H]1-, 5 || 293.2425 [M-H]1-, 10

® 50 = =

'§_. * x

a:n - -

— 254 % =

w - -

3 1 !

=2

2

E 00+

B 257.5 r » * 7 '

5 & i k4 Ed

b=}

c

g s 319.2213 M-H]1- 5 | | 319.2213 [M-H]1-, 10 precursor [M-H]1-, 10
.0

2 0 2

2 0 2

Theoretical Normal Distribution

Figure 228. Quantile-quantile plot of residuals

PGE2{d4} 0001313

precursor [M-H]1-4

337.2321 [M-H]1- 4

319.2213 [M-H]1-

293.2425 [M-H[1-{ &

275.2315 [M-H]1- 4

Fragment + Adduct

239.1589 [M-H]1- 4

237.1432 [M-H]1- 4

193.1533 [M-H]1-+

179.1378 [M-H]1-

logsgh Res. SSq

5e-054
Te-044

Figure 229. Normalized sum-of-squares of the residuals
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Res. S-W-Mormality
% Mon-Mormal

Fragment
® 1791378 [M-H]1-
* 1931533 [M-H)1-
*  237.1432 [M-H]1-
*  239.1589 [M-H]1-
* 2752315 [M-H)1-
*  293.2425 [M-H)1-
® 319.2213 [M-H)1-
s 337.2321 [M-H)I-
= precursor [M-H]1-

Mass Range [ppm]
. 5
A 10

Fragment

1791378 [M-H]1-
193.1533 [M-H]1-
237.1432 [M-HJ1-
239.1589 [M-H]1-
275.2315 [M-H]1-
2932425 [M-H]1-
3192213 [M-H]1-
337.2321 [M-H]1-
precursor [M-H]1-

* & & & & O & 0 8



PGE2{d4} 0001313

PGE2{d4}|M-H]1-Iprecursor|[M-H] 1-|(-)|355.242804790909(510001313 4 I

PGEZ{A4}H[M-H]1-|precursor [M-H]1-|{-}|355.242604 790909 1010001313 4 |
PGE2{d4}j[M-H]1-|337.2321|[M-H]1-|(-)|237.2321]5/0001313 < |
PGE2{d4}|[M-H]1-]337.2321|[M-H]1-(-}|337.2321|10)0001313 |
PGE2{4}|[M-H]1-|319.2213)[M-H]1-(-)|319.2213|5/0001313 *
PGE2{dd}|[M-H]1-}319.2213|[M-H]1-|{-}|319.2213|10{0001313 < I
Fragment
PGE2{d4}|[M-H]1-|293.2425][M-H]1-](-)|293.2425|5/000 1313 |
S 179.1378 [M-H]1-
PGE2{d4}|[M-H]1-]293 2425|[M-H]1-|{-}|293.2425|10j0001313 < I E 193.1533 [M-H]1-
F 237.1432 [M-H]1-
PGE2{d4}[M-H]1-|275,2315][M-H]1-|(-)|275.2315(5/0001313 < El 230,1589 [M-H1-

E5 275.2315 M-H]1-
F3 293.2425 [M-H]1-
B 319.2213 [M-H]1-
3 337.2321 [M-H]1-
[E- precursor [M-H]1-

PGE2{d4}|[M-H]1-[275.2315|[M-H]1-|{-}|275.2315| 10j0001313 {

Fragment

PGE2{d4){[M-H]1-/239, 1589][M-H]1-|(-)|239, 1589]5/0001313

PGE2{d4}[M-H]1-|239.1589][M-H]1-|(-}|239.1589| 10{0001313 {

PGE2({d4}[M-H]1-|237. 1432)M-H]1-|(-)|237.1432|5/0001313 { |
PGE2{d4}|[M-H]1-237.1432|[M-H]1-|(-}|237.1432| 100001313 4 |
PGE2{d4}{[M-H]1-|193. 1533|[M-H]1-|(-)| 193.1533|5/0001313 {
PGE2{d4}([M-H]1-1193.1533([M-H]1-}{-}183.1533]10§0001313 {
PGE2{d4}{[M-H]1-|179.1378|[M-H]1-|(-)|179.1378|5/0001313

PGE2{d4}|[M-H]1-179.1378|[M-H]1-}(-}|179.1378| 100001313 {

600 700 800
Number of Samples
Number of samples for model training

Figure 230. Number of samples used for training per combination Id
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1.47. PGE2{d9} [M-H]1- 0001321

Residuals (A(y,yhat))

Relative Intensity

PGE2{d9} 0001321

59,0135 [M-H]1-, 5, (-)

59,0135 [M-H]1-, 10, ()

122.1537 [M-HI1-, 5, ()

122.1537 [M-H]1-, 10,
()

175.1128 [M-H]1-, 5, (-)

175.1128 [M-H]1-, 10,
()

0.4 4
0.3+
0.2
0.1+

0.04

I

)

e

[ o

e E};-rm-. 10| [ 202102 pweire 5, | [ 202162 ([?}I-Hh-. 10. | (53,1183 e 5, | | 2051188 R;-m-_ 10,

044

0.34

0.24

0.1

0.04 | | —— 0| | XQL M
280.2630 M-H1-, 5. )| | 2802000 HITS 10, | {354 2500 e, 5, (| | 3242528 IWHIN 10 | |42 2601 (M- 5, ¢ | | 3422091 fAPHIT 10,

: T 20 40 0 40 60 20 40 60 20 40 60
=)
20 40 60
Normalized Collision Energy HCD
Figure 231. Nonlinear fit
PGE2{d9) 0001321
500135 M-H1- 5 | | 59.0135MHI- 10 | [ 1221587 Mrpi- 5 | [ 122.1587 (MHD- 10 | [ 1750128 aHt- 5 | [ 1750128 ), 10
010
005
0.00+ = —-- s s ST | AR
0.051
0104 —
189.1285 [M-H]1- 5 | | 1891285 )1~ 10 | [ 2262162 M-H1- 5 | [ 2282162 M-Hp1- 10 | [ 2831183 M-Hp-, 5 | [ 233.1183 Mt 10
0104
0051
B e e e 1 | ]
0,051
010+
2802630 [M-HJ1- 5 | | 280.2630 (M-H)1-, 10 | [ 324.2520 (Mt~ 5 | | 3242520 (MHI1- 10 | [ 3422631 H1- 5 | | 3422631 paH)1- 10
0104
0.061
U.M‘WWW— W— s - - | |G - |
0.051
0104 ; . ’ ; H |y N—
precursor [M-H]1-,5 | | precursor (M-H]1-, 10 20 40 60 20 4 60 20 40 60 20 40 60
0104
0051
0_00-%- ————— %— vvvvv
0.05
0104

Normalized Collision Energy HCD

Figure 232. Residuals of nonlinear fit
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Fragment

® & & & & 0 & & 00

59,0135 [M-H]1-
1221537 [M-H]1-
175.1128 [M-H]1-
180.1285 [M-H]1-
226.2162 [M-H]1-
233.1183 [M-H]1-
280.2630 [M-H]1-
324.2529 [M-H]1-
342.2631 [M-H]1-
precursor [M-H]1-

Fragment

* & & & & & & 0 @

59,0135 [M-H]1-
1221537 [M-H)1-
175.1128 [M-H]1-
1809.1285 [M-H]1-
226.2162 [M-H]1-
233,183 [M-H]1-
280.2630 [M-H)1-
324,2529 [M-H)1-
342.2631 [M-H)1-
precursor [M-H]1-



PGE2{d9} 0001321

59,0135 [M-H]1-, 5

59.0135 [M-H]1-, 10

122.1537 [M-H]1-, §

122.1537 [M-H]1-, 10
x

175.1128 [M-H]1-, 5

175.1128 [M-H]1-, 10

i

B

189.1285 [M-H]1-, 10

233.1183 [M-H]1-, 5

233.1183 [M-H]1-, 10

i

=

3

\

s

Xy

280.2630 [M-H]1-, 5

324.2528 [M-H]1-, 5

324.2529 [M-H]1-, 10

3422631 [M-H)1-, 5

3422631 [M-H]1-, 10

Standardized Residuals (A(y,yhat))

ey

e

=

[
o4
o

Theoretical Normal Distribution

N.
=
[

Figure 233. Quantile-quantile plot of residuals

PGE2{d9} 0001321

=
[

59.0135 [M-H]1-4

precursor [M-H]1-4

342.2631 [M-H]1- 4

324.2529 [M-H]1- 4

280.2630 [M-H]1- 4

2331183 [M-H]1- 4

Fragment + Adduct

226.2182 [M-H]1- 4

189.1285 [M-H]1-

175.1128 [M-H]1-

1221537 [M-H]1-

Figure 234. Normalized sum-of-squares of the residuals

logsgh Res. SSq

0.000025 4
0.000050 -

141

0.000075 4
0.000100 4
0.000125 <

Res. S-W-Normality
% Mon-Mormal

Fragment

*  59.0135 [M-H]1-

* 1221537 [M-H]1-
* 1751128 [M-H]1-
*  189.1285 [M-H]1-
*  226.2162 [M-H]1-
* 2331183 [M-H)1-
*  280.2630 [M-H]1-
*  324.2529 [M-H)1-
* 3422631 [M-H)I-
= precursor [M-H]1-

Mass Range [ppm]
. 5
A 10

Fragment

59.0135 [M-H]1-
122.1537 [M-H]1-
175,128 [M-HJ1-
1891285 [M-H]1-
226.2162 [M-H]1-
233.1183 [M-H]1-
260.2630 [M-H]1-
324.2529 [M-H]1-
3422631 [M-H)1-
precursor [M-H]1-



PGE2{d9} 0001321

PGE2{d9)|[M-H]1-|precursor|[M-H] 1-|(-)|360.274188510909]5/0001321 - I
PGE2{d}[[M-H]1-|precursor|[M-H]1-|(-}|360.274188510809| 100001321 { |
PGE2{dg)[M-H]1-59.0135][M-H]1-(-){59.0135{5/0001321 { I
PGE2{dS}[M-H]1-[50.0135{[M-H]1-](-/59.013510/0001321 1 |
PGE2{da){[M-H]1-|342 2631|[M-H]1-|{-)| 342 2631|5/0001321 |
PGE2{d9}|[M-H]1-[342.2631|[M-H]1-|(-}342.2631|10{0001321 { |
PGE2(d9)|[M-H]1-[324,2529([M-H]1-|(-)|324.2529/5/0001321 4 | Fragment
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PGF2alpha{d4} 0000125

Relative Intensity

59.0135 [M-H]1-, 5, (-)

59.0135 [M-H]1-, 10, (-)

83.0503 [M-H]1-, 5, (-)

83,0503 [M-H]1-, 10, ()

169.1537 [M-H]1-, 5, ()

169.1537 [M-H]1-, 10,
)

1.004
0.754
0.504
0.254

0.00+

o ommmern )|

o e

| —o emm—

| ——

| ———

1751279 [M-H]1-, 5, ()

175.1279 tp;|-|-|1|.. 10,

197.1486 [M-H]1-, 5, (-)

197.1486 ([I\;-I-m-. 10,

2131436 [M-HJ1-, 5, ()

213.1436 [M-H]1-, 10,
)

1.004
0.754

0.504

e o
8 &

—— N |

| —— e

M

Jﬁ

| — e

| ——— e

251.2320 [M-H1-, 5, (-)

251.2320 t[I:.|-I'|]1—. 10,

295.2218 [M-H]1-, 5, (-)

285.2218 ”—H]i—. 10,

313.2324 [M-H)1-, 5, (-)

313.2324 EI}H‘JH-. 10,

1.004
0.754
0.504

0.254

0.00 - EE——e |

0.754
0.504

0.254

It;"-Hh-‘ 5,
1,00

0,004

40

Figure 236. Nonlinear fit
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Figure 237. Residuals of nonlinear fit
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Figure 241. Nonlinear fit
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Figure 242. Residuals of nonlinear fit
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Figure 244. Normalized sum-of-squares of the residuals
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Figure 246. Nonlinear fit
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Figure 247. Residuals of nonlinear fit
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Figure 248. Quantile-quantile plot of residuals

Resolvin D1{d5} 0001333

59.0133 [M-H]1- 4

precursor [M-H]1-<

362.2380 [M-H]1- 4

2771443 [M-H]1-

238.1859 [M-H]1- 4

220.1753 [M-H]1-

Fragment + Adduct

163.0764 [M-H]1-

141.0557 [M-H]1-

135.0814 [M-H]1-

121.0658 [M-H]1-

Ae

logsgh Res. SSq

Se-054

Figure 249. Normalized sum-of-squares of the residuals
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®  121.0658 [M-H]1-
1350814 [M-H]1-
1410557 [M-H]1-
163.0764 [M-H]1-
220.1753 [M-H]1-
238.1859 [M-H]1-
277.1443 [M-H]1-
362.2380 [M-H]1-
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Resolvin D1{dS}[M-H]1-Jprecursor|[M-H]1-|(-)|380.249081534909|5/0001333 {

Resolvin D1{d5} 0001333

Fragment

Figure 250. Number of samples used for training per combination Id

in D{dSH[M-H]1-|p H]1-(-}380.24908 1534509 10)0001333 <

Resolvin D1{d5)[M-H]1-|59.0133|[M-H)1-|(-){59.0133|5/0001333 {
Resolvin D1{d5}{[M-H]1-[59.0133([M-H]1-](-)|59.0133| 10j0001333 4
Resolvin D1{d5}|[M-H]1-|362.2380|[M-H]1-|{-)|362.238|5/0001333 -

Resolvin D1{d5)|[M-H]1-|362.2380|[M-H]1-|(-)|362.238(10j0001333 4
Resolvin D1{dS}[M-H]1-[277.1443|[M-H]1-|(-)| 277 1443|5/0001333
Resolvin D{dSH[M-H]1-[277.1443([M-H)1-[(-)1277.144310)0001333
Resolvin D1{d5)j[M-H]1-|238.1858|[M-H]1-|(-)|238.1859|5/0001333
Resolvin D1{dS}|[M-H]1-[238.1859|[M-H]1-|(-}|236.1859| 10j0001333
Resotvin DH{ASHM-H]1-220,1753)[M-H]1-|(-)|220,1753(5/0001333 4
Resolvin D1{d5}|[M-H]1-[220.1753|[M-H]1-(-}}220.1753| 10j0001333
Resolvin D1{d5}[M-H]1-[163.0764|[M-H]1-](-)| 163.0764| 50001333 4
Resolvin D1{d5}|[M-H]1-{163.0764|[M-H]1-|(-)|163.0764| 10j0001333 4
Resolvin D1{d5)[M-H]1-141.0557|[M-H]1-(-)| 141.0557|5/0001333
Resolvin D1{dS}|[M-H]1-|141.0557|[M-H]1-(-}|141.0557| 10j0001333
Resolvin D1{d5)[M-H]1-[135.0814|[M-H]1-|(-)| 135,08 14|5/0001333 <
Resalvin D1{d5}|[M-H]1-{135.0814|[M-H]1-(-)|135.0814| 100001333 4
Resolvin D1{d5)[M-H]1-|121.0658][M-H]1-(-)| 121.0658|5/0001333

Resolvin D1{d5}{[M-H]1-|121.0658([M-H]1-|(-}|121.0658/10j0001333
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1.51. Resolvin D2{d5} [M-H]1- 0000129
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Figure 251. Nonlinear fit
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Figure 252. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))
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Figure 253. Quantile-quantile plot of residuals
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Figure 254. Normalized sum-of-squares of the residuals
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Resolvin D2{d5} 0000129

Resolvin D2{d5}{[M-H]1-Jprecursor|[M-H]1-|(-)|380.249081534909|5/0000129 |

Resolvin D2{d5}H[M-H]1-|p H]1-}(-}|380.249081534509]10j0000128 |
Resolvin D2({d5)[M-H]1-169.0344|[M-H)1-|(-)|69.0344|5/0000129 {

Resalvin D2{dS}H[M-H]1-|69,0344|[M-H]1-(-)|69.0344|10/0000129 ~

Resolvin D2{d5}|[M-H]1-]59.0135([M-H]1-|(-)|59.0135|5{0000123

Resolvin D2{d5}|[M-H]1-|58.0135[M-H]1-|(-)(59.0135/10j0000128

Resolvin D2{dSH[M-H]1-|277.1446|(M-H]1-|(-)[277. 1446]5)0000129 4

Resolvin D2{dSH[M-H]1-[277.1448([M-H]1-[(-)}277. 1446/ 100000129

Resalvin D2{d5}|[M-H]1-[259.1340|[M-H]1-|{-)|259.134|5/0000128

Resolvin D2{d5)|[M-H]1-|259.1340[[M-H]1-](-)|259.134]10j0000129 4

Resolvin D2{dS}[M-H]1-|215.1442|[M-H]1-|(-)[215. 1442|5{0000129 4
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Resolvin D2{d5H[M-H]1-[215.1442|[M-H]1-(-}}215.1442/ 100000129
Resolvin D2(d5}[M-H]1-|175.0765((M-H]1-](-)|175.0765/5/0000129 4
Resolvin D2{d5}[M-H]1-|175.0765|[M-H]1-[(-}]175.0765/100000129 {
Resolvin D2{d5)[M-H]1-|141.0558|[M-H]1-|(-)| 141.0558|5/0000129 4
Resolvin D2{d5}H[M-H]1-|141.0558|[M-H]1-|(-)| 141.0558/10j0000129
Resolvin D2{d5)[M-H]1-[135.0817|[M-H]1-|(-)|135.0817|5/0000128 <
Resolvin D2{d5}[M-H]1-|135.0817|[M-H]1-(-)]125.0817]10j0000129
Resolvin D2{d5)I[M-H]1-|113.0608|[M-H]1-|{-){113.0609|5/0000128 4

Resolvin D2{d5}[M-H]1+/113.0609)[M-H]1-|(-}| 113.0609] 100000129

Figure 255. Number of samples used for training per combination Id
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1.52. Resolvin D3 [M-H]1- 0000141

Resolvin D3 0000141
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Residuals (A(y,yhat))
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Figure 256. Nonlinear fit
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Figure 257. Residuals of nonlinear fit
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Resolvin D3 0000141
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Figure 258. Quantile-quantile plot of residuals
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Figure 259. Normalized sum-of-squares of the residuals
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Resolvin DH[M-H]1-|precursor|[M-H]1-|(-}|375.217697814909|5/0000141 -

Resolvin D3|[M-H]1-|precursor|[M-H]1-|(-)|375.217697814909{10/0000141

Resolvin D3{[M-H]1-|95.0504|[M-H]1-|{-)|95.0504|5/0000141 -

Resolvin DI|[M-H]1-/95.0504|[M-H] 1-|(-}85.0504]10/0000141 4

Resolvin D3{[M-H]1-/69.0344)[M-H]1-|(-)|69.0344|5|0000141

Resolvin D3|[M-H]1-/69.0344|[M-H] 1-/{-}63.0344]10/0000141 4

Resolvin D3|[M-H]1-[357 2076|[M-H]1-|(-}|357 2076(5/0000141 1

Resolvin D3|[M-H]1-[357. 2076)[M-H]1-|(-)|357.2076[10|0000141
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Resolvin D3|[M-H]1-]147.1180)[M-H]1-|(-)| 147, 118]10/0000 141

Resolvin D3|[M-H]1-137.0873|[M-H]1-|{-}137.0873(5/0000141 4

Resolvin DH[M-H]1-|137.0973|[M-H]1-|(-)|137.0973]10/0000141 -

Resolvin D3([M-H]1-115.0402][M-H]1-|(-)| 115.0402|5|0000141
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Figure 260. Number of samples used for training per combination Id
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1.53. Resolvin D5 [M-H]1- 0000143

Resolvin D5 0000143

Relative Intensity
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Figure 261. Nonlinear fit
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Figure 262. Residuals of nonlinear fit
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Figure 263. Quantile-quantile plot of residuals
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Figure 264. Normalized sum-of-squares of the residuals
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*  141.0558 [M-H]1-
*  199.1494 [M-H]1-
* 2271443 [M-H]1-
* 2611497 [M-H]1-
® 2792119 [M-H]1-
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® 590135 [M-H]1-
119.0867 [M-H]1-
141.0558 [M-H]1-
199.1494 [M-H]1-
227.1443 [M-H]1-
261.1497 [M-H]1-
2792119 [M-H)1-
2072225 [M-H]1-
®  341.2122 [M-H]1-
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Resolvin D5 0000143

Resolvin D5|[M-H]1-|p H]1-|(-)/359.222783 000143 4 I
Resolvin DS|[M-H]1-[precursor|[M-H]1-|(-)|359.222783184909|10/0000143 4 I
Resolvin DS|[M-H]1-59.0135)[M-H]1-{(-)|59.0135/5/0000143 |
Resolvin DS|M-H]1-{59.0135[[M-H]1-|(-)|52.0135/10/0000143 = |
Resolvin DS|[M-H]1-[341 2122([M-H]1-[{-}341 2122|5/0000143 4 I
Resolvin DS|[M-H]1-341.2122][M-H]1-|(-)341.2122]10/0000143 1 I
Resolvin DS|[M-H]1-[297 2225([M-H]1-|(-}}297.2225/5/0000143 | Fragment
Resolvin DS|[M-H]1-|207.2225)[M-H]1-|(-)|207 2225/10|0000143 - I E3 59.0135 [M-H]1-
Resolvin DS|[M-H]1-[279.2118|[M-H]1-|(-)279.2119]5/0000143 1 | g :l?::: I[:::]]:
‘g Resolvin DS|IM-H]1-|279.2119[M-H]1-}{-}279.2119{10/0000 143 - I g ;:::x K:::
§ Resoivin DS[[M-H]1-[261.1487|[M-H]1-|(-§261.1487|5/0000143 | £ 261.1497 eH)I-
Resolvin D5|[M-H]1-[261. 1437 |[M-H]1-|(-)|261. 1437]10/0000143 - | E3 2792119 [M-H)1-
Resolvin DS|[M-H]1-[227.1443{[M-H]1-{(-}}227.1443(5/0000143 | E 3:::2 [‘[“::::
Resolvin DS|[M-H]1-[227. 1443][M-H]1-|{-)|227. 1443]10|0000143 I £ precursor (M-H]1-
Resolvin DS|[M-H]1-/199.1494|[M-H]1-|(-)|199.1494/5/0000143 1 |
Resolvin DS|[M-H]1-|199. 1484)M-H]1-|(-)| 199.1494] 100000143 - |
Resolvin DS|[M-H]1-[141.0558|[M-H]1-|{-){ 141.0558(5/0000143 |
Resolvin DS|[M-H]1-141,0558|[M-H]1-|(-)| 41,0558/ 10/0000143 1 |
Resolvin DS|[M-H]1-/119.0867|[M-H]1-|(-)|119.0867|5/0000143 1 |
Resolvin DS|[M-H]1-119.0867|[M-H]1-(-){119.0867]10]0000143 - |
500 600 700 800
Number of Samples

Number of samples for model training

Figure 265. Number of samples used for training per combination Id
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1.54. TXB1 [M-H]1- 0001325

Relative Intensity

Residuals (A(y,yhat))

TXB1 0001325
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Figure 266. Nonlinear fit
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Figure 267. Residuals of nonlinear fit
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TXB1 0001325

59,0134 [M-H]1-, 5 59.0134 [M-H]1-, 10 127.1128 [M-H]1-, 5 | | 127.1128 [M-H]1-, 10 | | 171.1025 [M-H]1- 5 || 171.1025 [M-H]1-, 10
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Figure 268. Quantile-quantile plot of residuals
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Figure 269. Normalized sum-of-squares of the residuals
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TXB1 0001325

TRE|[M-H]1-|precursori[M-H]1-|{-)|371.243912584909|5/0001325 < I
TXBA|[M-H]1-|precursor|[M-H]1-|{-§371.24 3912584909 10)0001325 4 |
THEA|[M-H]1-159.0134|[M-H]1-|{-)|59.01 34|5|0001325 < |
TXB1|[M-H]1-|59.0134|[M-H]1-|(-)|59.0134]10]0001325 < |
TXB1|[M-H]1-|327.2176|[M-H]1-|(-)|327.2176|5)0001325 4 |
TXB1|[M-H]1-|327. 2178|[M-H]1-|(-)[327.2176| 100001325 < |
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TXB|[M-H]1-309.2072|[M-H]1-](-)|309.2072|5/0001325 |
E 59.0134 [M-H]1-
TXB1|[M-H]1-|309.2072|[M-H] 1-|{-)}309.2072|10]0001325 < | E3 127.1128 [M-H]1-
= F5 1711025 [M-HJ1-
E TXBA|[M-H]1-|291. 1966([M-H]1-|(-)|291, 1966|50001325 4 | El 1931233 [M-H]1-
g TXB1|[M-H]1-|291.1966([M-H] 1-|{-)[291.1966| 10]0001325 < | $ 197.1182 M-H)1-
L E3 2911966 (M-H]1-
THBA|[M-H]1-1197. 1182([M-H]1-|(-)| 197.1182|5/0001325 l ES 300.2072 [M-H]1-
3 327.2176 [M-H]1-
TXB1|[M-H]1-|197.1182|[M-H]1-](-)| 197.1182|10/0001325 < I B (M-H]I-
TXEA|[M-H]1-{193.1233|[M-H]1-(-)193.1233|5/0001325 = I
TXEA|[M-H]1-[183.1233|[M-H] 1-|(-)| 193.123310[0001325 < |
TXB|[M-H]1-/171.1025([M-H]1-](-)|171.1025/5/0001325 < I
TXBA|[M-H]1+/171.1025][M-H]1-|(-)|171.1025/10]0001325 I
TXBA|[M-H]1-127. 1128([M-H]1-|{-)|127.11285[0001325 - |
TXB1|[M-H]1-|127.1128|[M-H]1-](-} 127.1128[10/0001325 < |
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Figure 270. Number of samples used for training per combination Id
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1.55. TXB2{d4} [M-H]1- 0001327

TXB2{d4} 0001327

Relative Intensity
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Figure 271. Nonlinear fit

Residuals (A(y,yhat))
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Figure 272. Residuals of nonlinear fit
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TXB2{d4} 0001327
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Figure 273. Quantile-quantile plot of residuals
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Figure 274. Normalized sum-of-squares of the residuals
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Fragment

Figure 275. Number of samples used for training per combination Id

TXB2(d4}[M-H]1 H]1-|{-}373.253 1327 4

TXB2{d4}{[M-H]1-|precursor][M-H]1-|{-)|373.253369490909]10]0001327 4

TXB2{d4}|[M-H]1-|355.2427|[M-H]1-|(-)| 355.2427|5/0001327 4
TXB2({d4}|[M-H]1-|355.2427|[M-H]1-|(-)|355.2427|10|0001327
TXB2{dd}|[M-H]1-[329.2271|[M-H]1-|(-)|328.2271|5|0001327 4
TXB2({d4)|[M-H]1-|329.2271[M-H]1-|(-}|329.2271]10|0001327 4
TXRB2{dd}[M-H]1-[311.2166|[M-H]1-|(-)|311.2166]5|0001 327
TXB2{d4)|[M-H]1-311,2166]M-H]1-1(-)|311,2166]10]0001327 4
TXB2{d4}|[M-H]1-|293.2059][M-H]1-|(-)[293.2059(5|0001327 <
TXB2{d4)|[M-H]1-|293.2059|[M-H]1-|(-}|293.2059]10|0001327 <
TXB2{dd}{[M-H]1-[199,1277|[M-H]1-|{-)| 199.1277|5|0001327 -
TXB2{d4)|[M-H]1-[199.1277|[M-H]1-|(-}|199.1277|10|0001327 <
TXB2{dd}|[M-H]1-| 181, 1172|[M-H]1-|(-)|181.1172|5|0001327
TXB2{d4}{[M-H]1-181.1172([M-H]1-|{-)| 181.1172[10]0001327 <
TXB2{d4}|[M-H]1-[173.1113|[M-H]1-[{-}173.1113|5/0001327 4
TXB2{a4H[M-H]1-173.1119)[M-H]1-{-)| 173.1119]10]0001327
THB2{d4}|[M-H]1-155,1379|[M-H]1-|(-)|155.1379(5|0001327 <
TXB2{d4)|[M-H]1-155.1379|[M-H] 1-|(-}[155.1379]10|0001327 <
TXB2{d4}|[M-H]1-129.1223|[M-H]1-|{-)|129.12235/0001327 4

TXB2{d4)|[M-H]1-129.1223|[M-H]1-|(-)129.1223]10]0001327 4
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1.56. TXB3 [M-H]1- 0001323

Relative Intensity
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Figure 276. Nonlinear fit
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Figure 277. Residuals of nonlinear fit
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Figure 281. Nonlinear fit
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Figure 282. Residuals of nonlinear fit
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Figure 283. Quantile-quantile plot of residuals
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Figure 286. Nonlinear fit
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Figure 287. Residuals of nonlinear fit
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