Supplementary Data 6 - Modeling
Results for the Agilent 6545 Q-TOF LC/MS
[MS:1002791] platform for:

LipidCreator workbench to probe the lipidomic landscape

Bing Peng'?#, Dominik Kopczynski'#, Brian S Pratt?, Christer S Ejsing*®, Bo Burla®, Martin
Hermansson*’, Peter Imre Benke®, Sock Hwee Tan®1%, Mark Y Chan?®1%1" Federico Torta?,
Dominik Schwudke'213.14 Sven Meckelmann'5, Cristina Coman'-7, Oliver J Schmitz'5, Brendan
MacLean?, Mailin-Christin Manke'8, Oliver Borst'®, Markus R Wenk?38, Nils Hoffmann', Robert
Ahrends™’ 17’

"Leibniz-Institut fiir Analytische Wissenschaften — ISAS - e.V., 44139 Dortmund, Germany

2 Division of Rheumatology, Department of Medicine Solna, Karolinska Institutet, Karolinska University Hospital,
SE-171 76 Stockholm, Sweden

3 University of Washington, Department of Genome Sciences, WA 98195 Seattle, USA

4 Department of Biochemistry and Molecular Biology, University of Southern Denmark, DK-5230 Odense, Denmark
5 Cell Biology and Biophysics Unit, European Molecular Biology Laboratory, 69117 Heidelberg, Germany

6 Singapore Lipidomics Incubator (SLING), Life Science Institute, National University of Singapore, 117456
Singapore, Singapore

7 Wihuri Research Institute, 00290 Helsinki, Finland

8 Singapore Lipidomics Incubator (SLING), Department of Biochemistry, Yong Loo Lin School of Medicine, National
University of Singapore, 117596 Singapore, Singapore

9 Department of Medicine, Yong Loo Lin School of Medicine, National University Hospital, 119228 Singapore,
Singapore

10 Cardiovascular Research Institute, National University of Singapore, 117599 Singapore, Singapore

" National University Heart Centre, National University Health System, 117599 Singapore, Singapore

2 Research Center Borstel, Leibniz Lung Center, Borstel, Germany

3 German Center for Infection Research (DZIF), 38124 Braunschweig, Germany

4 Airway Research Center North Member of the German Center for Lung Research (DZL), 22927 GroRhansdorf,
Germany

5 Institute of Applied Analytical Chemistry, University of Duisburg-Essen, 45141 Essen, Germany

6 Department of Cardiology and Cardiovascular Medicine, University of Tibingen, 72076 TUbingen, Germany

7 Department of Analytical Chemistry, University of Vienna, Wahringer Strasse 38, 1090 Vienna, Austria

# Two authors contributed equally to this work

" Corresponding author



Table of Contents

1. Agilent 6545 Q-TOF LC/MS [MS:1002791] « .« v o v oot e e e e e 2
1.1. 10-HDOHE [M-H]1- TMIN0239. . . . o\ o et e e 2
1.2. 11(12)-EET{d11} [M-H]1- 1mMin0077 . . . .\ oo oo e e 5
1.3. 11,12-DHET{d11} [M-H]1- 1MiN0230 . . . . o\ oot e e e e 8
1.4. 11-HDOHE [M-HJ1- 1MIN0079 . . . . . oottt 11
1.5. 11-HETE [M-HJ1- 1Min008T . . . oo\ o st e e 14
1.6. 12(13)-EpOME{d4} [M-H]1- TMIN0082 . . . . . oo oo 17
1.7. 12-HEPE [M-H]1- 1MiN0085 . . . . . o\ ot oo e e e 20
1.8. 12-HETE{d8} [M-H]1- 1mMiN0088 . . . . . . o oot e e e e 23
1.9. 12-HHTFE [M-H]1- 1TMIN008Y . . . .\ oot oo e 26
1.10. 12-OX0ETE [M-H]1- 1mMiN0TB5 . . .« o\ oo oo e e e 29
1.11. 13-HODE{d4} [M-H]1- 1MiN0095 . . ..\ ottt 32
1.12. 13-HOTFE [M-H]1- 1TMiN0099 . . . o oo e e 35
1.13. 14(15)-EET{d11} [M-H]T- 1min0T0T . .+ . oot e e e 38
1.14. 14(15)-EpETE [M-HJ1- 1MiN0104 . . . . o\ oo e 41
1.15. 14,15-DHET{d 11} [M-H]1- TMiN0224 . .. ..\t 44
1.16. 15-HEPE [M-H]1- TMIN0208 . . . . .\ o\t e e 47
1.17. 15-HETE{d8} [M-H]1- TMIN0108 . . . . . o\ ot 50
1.18. 15d-PGJ2{d4} [M-H]1- 1MIN0219 . . . . o\ ot e e e 53
1.19. 16-HDOHE [M-H]1- 1mMin0T12. . . oot e e 56
1.20. 18-HEPE [M-H]1- TMIN0199 . . . .\ o\t e 59
1.21. 5(6)-EET{d11} [M-H]1- 1MiIN0227 . . . . o\ ot 62
1.22.5,6-DIHETE [M-H]1- 1mMin0T16 . . . . o\ ottt 65
1.23. 5-HEPE [M-H]1- 1MiN0203 . . . .« o\ o e e oo e e e e 68
1.24. 5-HETE{d8) [M-H]1- 1MiN0215. . . . o\ oot e e 71
1.25. 5-OXOETE{d7} [M-H]1- 1min0217 . . . . o\ oo 74
1.26. 8(9)-EET{d11} [M-H]1- 1mMinOT18 . . . .o\ ottt 77
1.27. 8,9-DHET{d11} [M-H]1- 1TMiN0235 . . . o\ ottt e 80
1.28. 8-HDOHE [M-H]1- TMIN0120. . . . o ot oo e 83
1.29. 8-HETE [M-H]1- TMIN0122 . . . o oo e e e e 86
1.30. 9(10)-EpOME{d4} [M-H]1- TMIN0124 . . . o\t 89
1.31. 9-HEPE [M-HJ1- 1MiN0128 . . . o oot oo e 92
1.32. 9-HETE [M-H]1- TMIN0130 . .« o o e oo e e e e 95
1.33. 9-HODE [M-H]1- 1TMIN0T32. . . o oot e e 08
1.34. 9-HOTIE [M-HJ1- 1MIN0205 . . . . . oo\ e oo e 101
1.35. AA{d8)} [M-H]1- TMIN0T34 . . . o oo e 104
1.36. DHA{A5} [M-H]1- 1min0T37 . ..ot eeeeeee 107
1.37. EPA{A5} [M-H]1- TMIN0139 . . . o o\ ot e 110
1.38. LTBA{d4} [M-H]1- 1MIN0145 . . . o\ oo e 113
1.39. LTCA{d5} [M-H]1- TMIN0232 . . . o o oot e 116
1.40. LTDA{d5} [M-H]1- TMIN0222 . . . o\ oot 119



1.41
1.42.
1.43.
1.44.
1.45.
1.46.
1.47.
1.48.
1.49.
1.50.
1.51.
1.52.
1.53.
1.54.
1.55.

PGI2 [M-H]1- 1

Resolvin D3 [M
Resolvin D5 [M

1. Agilent 6545

. PGB2{d4} [M-H]1- 1min0220
PGD2{d4} [M-H]1- 1min0151
PGE2{d4} [M-H]1- 1min0241
PGE2{d9} [M-H]1- 1min0164
PGF2alpha{d4} [M-H]1- 1min0194

Resolvin D1{d5} [M-H]1- 1min0152
Resolvin D2{d5} [M-H]1- 1min0197

TXB1 [M-H]1- 1min0155
TXB2{d4} [M-H]1- 1min0071
TXB3 [M-H]1- 1min0072
alpha-LA{d14} [M-H]1- 1min0201
tetranor-12-HETE [M-H]1- 1min0069

MIN0TO6 . . . . .

-H]1- 1min0210
-H]1- 1min0212

Q-TOF LC/MS [MS:1002791]

1.1. 10-HDOHE [M-H]1- 1min0239

10-HDoHE 1min0239

59.0133 [M-H]1-. 5, {-)

59.0133 [M-H]1-, 10, Ml | 121.0658 [M-H]1-, 5, (=)

121.0658 :[!‘;'”]“' 153.0820 [M-H1-, 5. (-}

153.0920 [M-H]1-, 10,
)

| e @
» N o
| ﬁsz -

39

é%&gic

e i | e g e e ) i
0.5+ ; |
] | Fragment
S | & 590133 [M-H]1-
02 [ & 121.0658 [M-H]1-
A A
[ [ % % o 153.0920 [M-H]1-
5004__..4__._ | |t 11 | | | o 1611335 [M-H]1-
c
E 2842073 (M- 5, 1| | 2812273 E\;\-H]l-.!o. ‘ ‘m_zm et 5, | | 292378 t[!\;-nn-, 10, ‘ 325.2474 (M-, 5, () 325.21?!!!\;\-Hl1-.10. ® 181.0860 [M-H]1-
R 05 1 & 227.1803 [M-H]1-
2 g4n l e 281.2273 [M-H]1-
04 | o 299.2378 [M-H1-
: :, o 3252171 [M-H)1-
024
0.1 @ precursor [M-HJ1-
). 8 A | e & | N |
00 Qe s e SIS e ——— L - —
5 7 0 2 5 75 10 25 50 75 100 25 S50 75 100
precursor [M-H]1-, 5, precursor [M-H]1-, 10, -1 50 75 100 25 50 75 00 2 50 (-] 0 25 50 T 100
{) =)
0.54
0.34 |
024, = |
1 ] 1
0148
\ b’& |
0019, i v e B B rl
25 S50 75 100 25 50 75 100

Figure 1. Nonlinear fit
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Figure 2. Residuals of nonlinear fit
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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
11(12)-EET{d 11} 1min0077
590133 (M-H]1- 5 | | 59.0133 - 10 | [ 140.0070 pMHpt- 5 | [ 149.0070 (MH- 10 | [ 1671076 (M-Ht- 5 | | 187.1078 eH)- 10
0104
0.054
0.004
0054
0,104
1791076 MHHI1- 5 | [ 1791076 It 10 | [ 2081103 MHIT- S | [ 2081103 MHIT- 10 | [ 214260 HIT- 5 | [[21a2e0a M0 | ooy
0.104
® 52,0133 [M-HJ1-
005 © 1490070 [M-H]1-
., ® 167.1076 [M-H]1-
nnﬂ#. o} w l" & 179.1076 [M-H]1-
’ ol A4 ° 208.1108 [M-H]1-
» B ® 2142494 [M-H]1-
® 2682963 [M-H]1-
© 3122862 [M-H]1-
010 Sk i = = s -
precursor [M-H]1-
266.2963 [M-H]1-, 5 | | 268.2963 M-H1- 10 | | 3122882 (MHI1- 5 | | 3122862 (MH]1-, 10 | | precursor (M-H1- 5 | | precursor (M-H]1-, 10
0104
0.054
® -
o - o e fuEEE
L
-0.054 H L
0104 . pr .
25 50 75 W0 25 50 75 100 25 50 75 100 25 S0 75 100 25 50 75 100 25 50 75 100

Collision Energy [eV] CID

Figure 7. Residuals of nonlinear fit
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Figure 8. Quantile-quantile plot of residuals
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1.3. 11,12-DHET{d11} [M-H]1- 1min0230
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Figure 11. Nonlinear fit
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Figure 12. Residuals of nonlinear fit
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Figure 16. Nonlinear fit
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Figure 17. Residuals of nonlinear fit

11

Fragment

[ I R I

59.0133 [M-H]1-

95.0502 [M-H]1-

121.1022 [M-H]1-
149,1333 [M-H]1-
165.0019 [M-H]1-
194.0946 [M-H]1-
281.2273 [M-H]1-
290.2378 [M-H]1-
325.2171 [M-H]1-
precursor [M-H]1-

Fragment

e & & 0 0 0

59,0133 [M-H]1-
95,0502 [M-H]1-

121,1022 [M-H)1-
149.1333 [M-H]1-
165.0919 [M-H]1-
194.0946 [M-H]1-
281.2273 [M-H)1-
299.2378 [M-H)1-
3252171 [M-H)1-
precursor [M-H]1-



11-HDoHE 1min0079

59.0133 [M-H]1-, 5 59,0133 [M-H]1-, 10 95.0502 [M-H]1-, 5 95.0502 [M-H]1-, 10 1211022 [M-HP-, 5 | | 1211022 (M-H]1-, 10
44
24 R = #T = i
o / / /
24 o ’I" -3 o 4 P
=~ nx
149.1333 [M-HI1- 5 | | 14901333 [M-H]1-, 10 | | 1650919 [M-H1- 5 | | 1650919 [M-H1- 10 | | 194.0946 [M-H[1-, 5 | | 194.0946 [M-H]1-, 10 Res. S-W-N o
44 x i x o Normal
= i o0 o ao e % Non-Mormal
B 21 i I : - 2 e
£
a" -1 - i i i Fragment
re ‘i 4 s ks * 58,0133 [M-H]1-
g 44 ° 950502 [M-H)1-
g 201.227T3 [M-H1- 5 | | 2812273 [M-H1-, 10 | | 299.2378[M-H]1- 5 | | 299.2378[M-HI1- 10 || 3252171 [MH]1- 5 || 3252171 M-H]1-, 10 o 1211022 [M-H]1-
* s 1491333 [M-H]1-
B “1 'y ‘ * 1650919 [M-H]1-
2 24 L e o 0 s o 194.0846 [M-H]1-
k-] g i i
‘M / et /’ fj’ / o 2R zaTa N
c% £ o - of *  299.2378 [M-H]1-
24 o o . G- i
* 3252171 [M-H]1-
44
— T ——r——— —r T —r—r—1— . P [M-H]1-
s | [ A 210 123324101 23324 2 3324101 2
44
24 A o
04 / '/
24 wd s
44
a2 401 33210 1 2 3
Theoretical Normal Distribution
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Figure 22. Residuals of nonlinear fit
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1.6. 12(13)-EpOME{d4} [M-H]1- 1min0082
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Figure 26. Nonlinear fit
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Figure 27. Residuals of nonlinear fit
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12(13)-EpOME{d4} 1min0082
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Figure 29. Normalized sum-of-squares of the residuals
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12(13)-EpOME{d4} 1min0082
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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- 1min0085
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Figure 31. Nonlinear fit
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Figure 32. Residuals of nonlinear fit
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Figure 33. Quantile-quantile plot of residuals

12-HEPE 1min0085

58.0133 [M-H]1-+ »
precursor [M-H]1-= A w
259.2014 [M-H]1-4 4w Mass Range [ppm]
. 5
4 10
273.2224 [M-H1-4 4o
T Fragment
=
B 2552117 [MH]1- as ®  58.0133 (M-H]1-
:( ®  107.0866 [M-H]1-
£ & 1351979 [M-H]1-
o
g,zus.nmm-nn-- - ® 1631127 [M-H)1-
1 ® 1791077 [M-H]1-
w

® 2081104 [M-H]1-
179.1077 [M-H]1- 1 s ® 2552117 MH]1-
® 2732224 [M-H]1-
o 299.2014 [M-H]1-

163.1127 [M-H]1-+ - ®  precursor [M-H]1-
135.1179 [M-H]1- -
107.0866 [M-H]1-4 -

g i 8

(=1 L= (=]

logsoil Res. SSq

Figure 34. Normalized sum-of-squares of the residuals

21
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1.8. 12-HETE{d8} [M-H]1- 1min0088
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Figure 36. Nonlinear fit
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Figure 37. Residuals of nonlinear fit
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1.9. 12-HHTrE [M-H]1- 1min0089
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Figure 41. Nonlinear fit
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Figure 42. Residuals of nonlinear fit
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Figure 43. Quantile-quantile plot of residuals
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Figure 44. Normalized sum-of-squares of the residuals
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12-HHTrE 1min0089
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Figure 45. Number of samples used for training per combination Id
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1.10. 12-Ox0ETE [M-H]1- 1min0165

12-Ox0ETE 1min0165

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

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

107.0866 [M-H]1-, 5, ()

107.0866 [M-H]1-, 10,
()

137.0971 [M-H]1-, 5. (-)

137.0871 t[l;H-I]l-. 10,

oo
@
'..ato

s

&

=

1531284 IEHI. 5, ) 1531234([1\;-!-111-.1& 1630763 HHI1- 5, () 1&&07&3;4431-.10. 1781440 [MH]S-, 5. () |?s.1mt[3&+ml.1n.
04
0.3
024
=01 &
E: e
go.u D So. _ﬁ_‘ 2
c 2
o (2104783 IMHIL. S, (| | ZTSATOIINEHIT0: |27 202 pty. 5, (o | ZTOZZZIHINTO | | 200 2016 (M- 5, | | 2992016 fAEHIT 10,
30_4
@
© 03
0.2
0.1
L] ]
008D [ e e e L S
ﬂ'm]"'s' ([l;!—l‘l]l-.w, 25 50 75 100 25 50 75 100 25 S0 75 100 25 50 75 100
04
0
034
02
014
0.0+ T T T T T T T
25 50 75 100 25 50 75 100
Collision Energy [eV] CID
Figure 46. Nonlinear fit
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Figure 47. Residuals of nonlinear fit
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Figure 49. Normalized sum-of-squares of the residuals
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Figure 50. Number of samples used for training per combination Id
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1.11. 13-HODE{d4} [M-H]1- 1min0095
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Figure 51. Nonlinear fit
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Figure 52. Residuals of nonlinear fit
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Figure 53. Quantile-quantile plot of residuals
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Figure 54. Normalized sum-of-squares of the residuals
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Figure 55. Number of samples used for training per combination Id
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1.12. 13-HOTrE [M-H]1- 1min0099
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Figure 56. Nonlinear fit
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Figure 57. Residuals of nonlinear fit
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Figure 58. Quantile-quantile plot of residuals
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Figure 60. Number of samples used for training per combination Id
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1.13. 14(15)-EET{d11} [M-H]1- 1min0101
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Figure 61. Nonlinear fit

Residuals (Afy,yhat))
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Figure 62. Residuals of nonlinear fit
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Figure 63. Quantile-quantile plot of residuals
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Figure 64. Normalized sum-of-squares of the residuals
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Figure 65. Number of samples used for training per combination Id
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1.14. 14(15)-EpETE [M-H]1- 1min0104
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Figure 66. Nonlinear fit
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Figure 67. Residuals of nonlinear fit
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Figure 68. Quantile-quantile plot of residuals
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42

Fragment

* 58,0133 [M-H]1-

® 1210658 [M-H]1-
®  175.1490 [M-H]1-
®  207.1389 [M-H]1-
®  219.1389 [M-H]1-
o 248.1416 [M-H]1-
® 2552116 [M-H)1-
»  273.2223 [M-H]1-
s 289.2015 [M-H]1-
s precursor [M-H]1-

Res. S-W-Normality
e Nomal
*  Non-Normal

Fragment

59,0133 [M-H]1-
121,0658 [M-H]1-
75,1490 [M-H]1-
207,1389 [M-H]1-
219.1389 [M-H]1-
248,1416 [M-H]1-
255.2116 [M-H]1-
o 273.2223 [M-H]1-
o 2092015 [M-H]1-
& precursor [M-H]1-

Mass Range [ppm]
* 5
4 10



14(15)-EpETE 1min0104

14(15+EpETE[M-H]1 H]1-|(-)}317 2122 |5/1minD104 4 |

14{15)-EpE TE|[M-H]1-[precursorf{M-H]1-|(-)|317.212218484909| 10/ 1min0104 - I
14(15)-EPETE|[M-H]1-/59.0133|[M-H]1-(-}59.0133(5{1min0 104 4 l
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Figure 70. Number of samples used for training per combination Id
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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 75. Number of samples used for training per combination Id
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1.16. 15-HEPE [M-H]1- 1min0208
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Figure 76. Nonlinear fit
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Figure 77. Residuals of nonlinear fit
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Figure 80. Number of samples used for training per combination Id
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Figure 82. Residuals of nonlinear fit

50



Standardized Residuals (A(y,yhat))

Figure 83. Quantile-quantile plot of residuals

Fragment + Adduct

Figure 84. Normalized sum-of-squares of the residuals
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Fragment

15-HETE{dB}[M-H]1-Ip

15-HETE{d8}{IM-H]1 [M-HJ1-1-)[327 27 10]1min0108 4

15-HETE{d8} 1min0108

{IM-H] 1327 - [5]1min0108 4

15-HETE{GBH[M-H]1-59.0134|[M-H] 1-(-)|58.0134{5/1min0108 §
15-HE TE{d8){[M-H]1-159.0134][M-H]1-(-)|59.0134] 10 min0 108 {
15-HETE{BH[M-H] 1-/308. 267 3[[M-H]1-|{-)| 309.2673)5] 1min0 108 4
15-HETE{d&}[M-H]1-1309.2673|[M-H]1-|(-)/309.2673[10| 1min0108
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15-HETE{B}[M-H] 1-[263 2880[[M-H]1-|{-)|283.288]10{1min0 108 4
15-HETE(dB}{[M-H] 1-/265, 2T T5{[M-H]1-|(-)|265.2775|5 1min0 108 §
15-HETE{dE){[M-H]1-1265.2775({M-H]1-(-)|265.2775/10{ 1min0108
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Figure 85. Number of samples used for training per combination Id
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1.18. 15d-PGJ2{d4} [M-H]1- 1min0219

15d-PGJ2{d4} 1min0219

Relative Intensity
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Figure 86. Nonlinear fit

Residuals (Afy,yhat))

Figure 87. Residuals of nonlinear fit
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15d-PGJ2{d4} 1min0219
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Figure 88. Quantile-quantile plot of residuals
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Figure 89. Normalized sum-of-squares of the residuals
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15d-PGJ2{d4} 1min0219

15d-PGJ2{d4}|[M-H]1-Ip {[M-H]1-|(-)|319.221675390908|5| 1min0219 4
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Figure 90. Number of samples used for training per combination Id
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1.19. 16-HDOHE [M-H]1- 1min0112

16-HDoHE 1min0112

Relative Intensity
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Figure 91. Nonlinear fit

Residuals (Afy,yhat))

Figure 92. Residuals of nonlinear fit
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3252172 [M-H]1-
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Standardized Residuals (A(y,yhat))

Fragment + Adduct
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Figure 93. Quantile-quantile plot of residuals
16-HDoHE 1min0112
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Figure 94. Normalized sum-of-squares of the residuals
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Fragment

16-HDOHE|IM-H]1-jp

H]1-|(-)|343.227

1511min0112 <

16-HDOHE|[M-H]1-[p

H)1-(-)343.22

10§ 1min0112 <

16-HDoHE 1min0112

16-HDOHE|[M-H]1-|59.0133([M-H]1-{-}59.0133]5{ 1min0112 <
18-HDoHE|[M-H] 1-{59,0133([M-H]1-|(-)|58.0133] 10| 1min0112 1
16-HDOHE|[M-H]1-|325 217 21[M-H]1-|(-)[325.2172|5]1minD112 5
16-HDOHE|[M-H]1-}325.2172[M-H]1-{-}325.2172[10{ 1min0112 4
16-HDOHE|[M-H]1-/289,2378{[M-H]1-|(-)|209.2378]5| 1min0112 =
16-HDOHE|[M-H] 1-1299. 2378|[M-H] 1-|{-}299.2378[10{ 1min0112 1
16-HDOHE|[M-H]1-|281.2274[[M-H]1-|(-)[281.2274]5] 1min0112 4
16-HOGHE|[M-H]1-[281.2274|[M-H]1-|(-§281.2274| 10| 1min0112 4
16-HDOHE|[M-H]1-|261, 1493f[M-H]1-|(-)|26 1. 1493{5{1min0112
16-HDOHE|[M-H]1-1261.1493|[M-H]1-|(-}j261.1493| 10] 1min0 112 4
16-HDoHE|[M-H]1-|233, 1546[[M-H]1-|(-)| 233, 1546)5] 1min0112
16-HDOHE|[M-H]1-[233. 1548([M-H] 1-[{-§233.15486| 10| 1min0112 4
16-HDOHE|[M-H]1-| 189, 1648[[M-H]1-|(-)| 189, 1848{5{ 1min0112 4
16-HDOHE|[M-H]1-]189. 1648|[M-H]1-(-}{189. 1648/ 10] 1min0112 4
16-HDOHE|[M-H]1-[135, 1179|[M-H] 1-{{-§135.1179{5{1min0112
16-HDOHE|[M-H]1-]135.11 791[M-H]1-](-)| 135, 1179[10{ 1min0112 4
16-HOOHE|[M-H]1-|125.087 1{M-H]1-|(-)|125.097 15| 1min0112 4
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Figure 95. Number of samples used for training per combination Id
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1.20. 18-HEPE [M-H]1- 1min0199

18-HEPE 1min0199
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Figure 96. Nonlinear fit
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Figure 97. Residuals of nonlinear fit
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Figure 98. Quantile-quantile plot of residuals
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Figure 99. Normalized sum-of-squares of the residuals
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s 71.0501 [M-H]1-
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Fragment

18-HEPE|[M-H] 1-[precursor|[M-H]1-|(-)|317.212218484908]51min0 199 <

18-HEPE|[M-H]1-|precursor[M-H]1-|{-)|317.21221848490810] 1min0 195 <

18-HEPE|[M-H]1-[71.0501|[M-H]1-|(-)|71.0501|5| 1min0 199
18-HEPE([M-H]1-{71.0501|[M-H]1-}(-H71,0501 110 imin0 199 -
18-HEPE|[M-H]1-59 0135{[M-H]1-|(-)|59 01355/ 1min0 199 <
18-HEPE|[M-H]1-|58.0135([M-H]1-}{-}59.0135/10 1min0 199 -
18-HEPE|[M-H]1-[259.2018([M-H]1-[{-}1299.2018(5[1min0 199
18-HEPE|IM-H]1-|209. 20 18][M-H]1-|(-)|208.2018]10| 1min0 19 4
18-HEPE|[M-H]1-|273.2224[M-H]1-|(-}|273.2224|5| 1min0 199 -
18-HEPE|[M-H]1-|273.2224][M-H]1-]{-)|273.2224]10| 1min0 199 -
18-HEPE|[M-H]1-[259.1704|[M-H]1-|{-}}259.1704(5[1min0 199
18-HEPE|[M-H]1-|255.1704][M-H]1-]{-)|259.1704]10| 1min0 199 -
18-HEPE|[M-H]1-[255.2120)[M-H]1-(-)|255.212|5| imin0 189
18-HEPE|[M-H]1-[255.2120|[M-H]1-|(-255.212{10] imin0 199 -
1B-HEPE|[M-H]1-{215.1806([M-H]1-{-)|215.1806|5| 1min0 195 4
18-HEPE|[M-H]1-|215. 1806{[M-H]1-]{-)|215.1806{10| 1rmin0 199 -
18-HEPE|[M-H]1-{201.1851|[M-H]1-{-§201.1651|5|1min0199
18-HEPE|[M-H]1-[201,1651|[M-H]1-{-)|201,1651110| 1min0 199 4

18-HEPE|[M-H]1-161.1337|[M-H]1-|{-}}161.1337|5| 1min0 198 <

18-HEPE 1min0199

18-HEPE|[M-H]1-[161.1337[[M-H]1-{(-)|161. 1337110 1min0 195 {
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Figure 100. Number of samples used for training per combination Id
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1.21. 5(6)-EET{d11} [M-H]1- 1min0227

5(6)-EET{d11} 1min0227
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Figure 101. Nonlinear fit
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Figure 102. Residuals of nonlinear fit
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5(6)-EET{d11} 1min0227
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Figure 103. Quantile-quantile plot of residuals
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Figure 104. Normalized sum-of-squares of the residuals
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5(6)-EET{d11} 1min0227

5(6}-EET{d11H[M-H]1-|precursor|[M-H]1-(-}|330.296912738909]5| 1min0227 - [
5(B]-EET{d11}{[M-H]1-precursor|[M-H]1-|{-)|330.296912738909{10| 1min0227 4 l
5(B-EET{A11}[M-H]1-{83.0503)[M-H]1-|(-)[83.0503|5/ 1min0227 4 |
5(61-EET(d11))[M-H]1-|83,0503[M-H] 1-|(-§83.0503]10] imin0227 I
S(B)-EET{d11}|[M-H]1-|58.0135}[M-H]1-|(-}{59.01355| 1min0227 - I
5(6)-EET{d11)f[M-H]1-159.0135{[M-H] 1-|(- }59.0135{10] 1min0227 + |
S(BFEET{A1}{[M-H]1-312.2864|[M-H] 1-|(-}312.2864|5| 1 min0227 | Fragment
5(BFEET(d11){[M-H]1-312 2864|(M-H]1-|(-}/312,2664|10] tmin0227 + I ES 59.0135 [M-H]1-
5(B}-EET{d11}{[M-H] 11268 2967|[M-H] 1-|(- 1268 2967|5| 1min0227 1 I g ::::::;TJ:];‘_
‘g S{6-EET {1 1}[M-H]1-|268 296 T [[M-H]1-|(-)|268 2967|10| 1min0227 - I g ;::_-:::: ﬁ:::
§ 5(61EET{d11}{[M-H]1-1230.2445([M-H] 1-|(-)j230.2445|5[ 1 min0227 [ 5 2142499 [MH]I-
5(6-EET{d11}{M-H]1-/230.2445|[M-H]1-|(-)|230.2445/10| imin0227 4 | ES 2302445 [M-H]1-
S(BFEET{A11H[M-H]1-[214.2499|[M-H] 1-|(-§214.2499|5| Imind227 4 | g ::x ﬁ:::
S(6EET(d11}[M-H]1-|214. 2490|[M-H]1-|{-)|214.2489{10| 1min0227 4 I £ precursor [M-H]1-
5(B}-EET{A11}H[M-H]1-|202.2497|[M-H] 1-|(- 202.2487|5| 1min0227 4 |
5(6)-EET(d11)j[M-H]1-{202 2497 j[M-H]1-{(-)|202.2497]10| 1min0227 4 |
S(B)-EET{d11}|[M-H]1-[174.2484|[M-H]1-|(-)}174.2184|5| 1min0227 |
5(6FEET{A1 1IM-H]1-174 21841M-H]1-{(-)|174.2184]10] 1min0227 1 |
5(6)-EET{d1){[M-H]1-115.0402j[M-H]1-|(-)|115.0402/5| 1min0227 4 |
S(BFEET{A11)][M-H]1-/115.0402|[M-H]1-[(-}115.0402{10| 1min0227 4 |
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Figure 105. Number of samples used for training per combination Id
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1.22. 5,6-DIiHETE [M-H]1- 1min0116

5,6-DIHETE 1min0116

z
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o
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0.4 4
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Figure 106. Nonlinear fit
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Figure 107. Residuals of nonlinear fit
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5,6-DIHETE 1min0116
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Figure 108. Quantile-quantile plot of residuals
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Figure 109. Normalized sum-of-squares of the residuals
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5 6-DIHETE|[M-H]1-|precursor|[M-H]1-|(-)|335.222783184809{5| 1min0 116 1
5,6-DIHETE|[M-H]1-[precursor|[M-H]1-|(-335.222783184909|10{ 1min0 116 4
5 6-DIHETE||M-H]1-/62.0342([M-H]1-|{- 69,034 25 1min0 116
5.6-DIHETE|[M-H]1-169,0342[[M-H]1-|(-)/69.0342| 10{1min0116 -
5,6-DIHETE[[M-H]1-/59 0134|[M-H]1-[{-}{53.0134]5] 1min0116 -
5,6-DIHETE|[M-H]1-/59.0134)[M-H]1-|{-)/59.0134| 10{1min0116 <
5,6-DIHETE|[M-H]1-|317.2119)[M-H]1-|{-}317.2119{5] 1min0116 1
5,6-DIHETE|IM-HJ1-{317. 24 49)[M-H]1-(-)|317.2119 10/ 1min0116 -
5,6-DIHETE|[M-H]1-273.2224][M-H]1-|{-)/273.22245] 1min0116 -
5.6-DIHETE|[M-H]1-{273.2224|[M-H]1-|{-}273.2224/10{ 1min0 116 -

5,6-DIHETE|[M-H]1-/219.1753{M-H]1-/(-)/219. 17535 1min0116

Fragment

5.6-DIHETE|[M-H]1-1219.1753|[M-H]1-|{-}219.1753] 10]1min0116 <
5,6-DIHETE|[M-H]1-[189, 1648[M-H]1-|(-) 189, 1648|5{1min0116
5,6-DIHETE|[M-H]1-189. 1848 [M-H]1-|{-)| 189, 164&| 10]1min0 116 -
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Figure 110. Number of samples used for training per combination Id
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1.23. 5-HEPE [M-H]1- 1min0203
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Figure 111. Nonlinear fit
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Figure 112. Residuals of nonlinear fit
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Figure 113. Quantile-quantile plot of residuals
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5-HEPE 1min0203
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1.24. 5-HETE{d8} [M-H]1- 1min0215

5-HETE{d8} 1min0215

59.0135 [M-H]1-, 5, (-} | | 59.0135 [M-H]1-, 10, ()

116.0465 [M-H]1-, 5, ()

116.0465 Eh}l-H]t-, 10,

210.2246 [M-H]1-, 5. (-)

2102246 tp;um.. 10,

2 o e, |Bs Y
5 : | — | S— 1 1
c
= & 1| | 2652777 [M-HI-, 10, &y | 309.2675 [M-H]1- 10, | | precursor [M-H]1-.5, | | precursor [M-H]1-, 10,
2 265.2777 [MH1-, 5, (-) © 309.2675 [M-HI1-, 5, () ) ) )
B 0.6

@
4

044

L]
024
o.ok \
25 50 75 100 25 50 75 100 25 50 75 100 25 50 75 100 25 50 75 100 25 50 75 100

Figure 116. Nonlinear fit
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Figure 117. Residuals of nonlinear fit
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Figure 118. Quantile-quantile plot of residuals
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5-HETE{d8} 1min0215
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1.25. 5-OxoETE{d7} [M-H]1- 1min0217
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Figure 121. Nonlinear fit
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Figure 122. Residuals of nonlinear fit
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5-OxoETE{d7} 1min0217
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Figure 123. Quantile-quantile plot of residuals
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Figure 125. Number of samples used for training per combination Id
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1.26. 8(9)-EET{d11} [M-H]1- 1min0118

8(9)-EET{d11} 1min0118

69.0342 [M-H]1- 5, (-)

69,0342 [M:H]1-, 10, (-} | | 123.0815 [M-H]1-, 5, {-)

123.0815 [M-H]1-, 10,
)

127.0764 [M-H]1-, 5. (-)

127.0764 ([';"H]‘ - 10,

..0.

S

-

Fou

s,

55,0712 [M-H]1-, 5, ()

155.0712 [M-H]1-, 10,
il 167.0712 [M-H)1-, 5, ()

167.0712 {ﬁ}l—l‘lﬁ-. 10,

180,2131 [M-H]1-, 5, ()

190.2131 t[l:f-l-ilh 10,

0.5
0.4 4
0.34

e o
S

&

=]
=)

B -

R

S

e

268.2064 [M-H]1-, 5, ()

2682964 INHHIN 10. | | 286.5060 (M-HIH-, 5. ()

286.3069 ER}M‘!]P. 10,

312.2863 [M-H|-, 5, {-)

3122863 t[I:n'|-l'l]1‘. 10,

0.5+

elative Intensity

R
o
=

0.3+
0.24
0.14

00 Ba.

precurscr A4S,

precursor [M-H]1-, 10, 28078

)

0.54
044
03 J
0.2+
014

0.0+

25 50 75 100

25 50

25 75 100

Collision Energy [eV] CID

Figure 126. Nonlinear fit
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Figure 127. Residuals of nonlinear fit

77

25 50 75 100

Fragment

[ I R I

69,0342 [M-H]1-
123.0815 [M-H]1-
127.0764 [M-H]1-
155.0712 [M-H]1-
167.0712 [M-H]1-
190.2131 [M-H]1-
268.2964 [M-H]1-
286.3069 [M-H]1-
312.2863 [M-H]1-
precursor [M-H]1-

Fragment

e & & 0 0 0

69,0342 [M-H]1-
123.0815 [M-H]1-
127.0764 [M-H)1-
155.0712 [M-H]1-
167.0712 [M-H]1-
190.2131 [M-H]1-
268.2964 [M-H)1-
286,3069 [M-H]1-
312.2863 [M-H]1-
precursor [M-H]1-



8(9)-EET{d11} 1min0118

£9.0342 [M-H]1-, § 69,0342 [M-H1- 10 | [ 1230815 MH)1- 5 | | 1230815 i~ 10 | | 127.0764 - 5 | [ 127.0764 -, 10
4 - -
& S x
¥ x
24 ;. i A0 g5 # -
04 /
. e P
J- s F oF '
-2 % - o e : & 7
1550712 MH1-.5 | [ 1850712 (W-H}T- 10 | [ 167,072t~ 5 | [ 167.0m12H11-, 10 | [ 1902131 MH1-5 | [ 1902181 KT 10 | pragment
&% ; % ) * 59,0342 [M-H)1-
= 27 ;,‘ £ *° s 123.0815 [M-H]1-
= 3
127.0764 [M-H]1-
£ o / B ]
= - ® 1550712 [M-H]1-
=1 P g
2 oad 5 it Lo ®  167.0712 [M-H]1-
o @ -
® ® 190.2131 [M-H]1-
k=] ®  268.2964 [M-H]1-
2682964 [M-H]1-, 5 | | 268.2964 [M-H]1- 10 | | 286.3069 M-H]1- 5 | | 286.3089 (M-H]1- 10 | | 3122863 MH)1-, 5 | | 312.2863 (M-HJ1-, 10
§ »  286.3069 [M-H]1-
=] =
g8, PR 0o J 2 . IE, s 312.2863 [M-H]1-
‘g i i = . X o v o precursor [M-H]1-
E o1 / f f
C% g o x £ Res. S-W-Normality
FAl I 2 i 4
. 2 3 & o Normal
' v . . . ' . . ! . ' ' % Mon-Normal
- 5 . [MHI- 10 -2 ] 2 -2 0 2 -2 [ 2 -2 0 2
4
24 o o™
o / /
2] &
L 2 2 0 2

Theoretical Normal Distribution

Figure 128. Quantile-quantile plot of residuals
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1.27. 8,9-DHET{d11} [M-H]1- 1min0235
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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 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 139. Normalized sum-of-squares of the residuals
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Figure 140. Number of samples used for training per combination Id
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1.29. 8-HETE [M-H]1- 1min0122
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Figure 141. Nonlinear fit
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Figure 142. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))
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Figure 144. Normalized sum-of-squares of the residuals
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Figure 143. Quantile-quantile plot of residuals
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Figure 145. Number of samples used for training per combination Id
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1.30. 9(10)-EpOME{d4} [M-H]1- 1min0124
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Figure 146. Nonlinear fit
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Figure 147. Residuals of nonlinear fit
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Figure 148. Quantile-quantile plot of residuals
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90



9(10)-EpOME(d4} 1min0124
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Figure 150. Number of samples used for training per combination Id
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1.31. 9-HEPE [M-H]1- 1min0128
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Figure 151. Nonlinear fit
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Figure 152. Residuals of nonlinear fit
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Figure 154. Normalized sum-of-squares of the residuals
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1.32. 9-HETE [M-H]1- 1min0130
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Figure 157. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))
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1.33. 9-HODE [M-H]1- 1min0132
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Figure 162. Residuals of nonlinear fit
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1.34. 9-HOTrE [M-H]1- 1min0205
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Figure 166. Nonlinear fit
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Figure 167. Residuals of nonlinear fit
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Figure 171. Nonlinear fit
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Figure 172. Residuals of nonlinear fit
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Figure 173. Quantile-quantile plot of residuals
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Figure 174. Normalized sum-of-squares of the residuals
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1.36. DHA{d5} [M-H]1- 1min0137
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Figure 177. Residuals of nonlinear fit
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Figure 178. Quantile-quantile plot of residuals
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1.37. EPA{d5} [M-H]1- 1min0139
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Figure 181. Nonlinear fit
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Figure 182. Residuals of nonlinear fit
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Figure 183. Quantile-quantile plot of residuals
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Figure 184. Normalized sum-of-squares of the residuals
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1.38. LTB4{d4} [M-H]1- 1min0145
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Figure 186. Nonlinear fit
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Figure 187. Residuals of nonlinear fit
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Figure 188. Quantile-quantile plot of residuals
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LTB4{d4} 1min0145
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1.39. LTC4{d5} [M-H]1- 1min0232
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Figure 191. Nonlinear fit

Residuals (Afy,yhat))
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Figure 192. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))

LTC4{d5} 1min0232

128,0355 [M-H]1-, 5 | | 128.0355 [M-H]1-, 10 | | 143.0464 [M-H]1-, 5 | | 143.0464 (MH]1-, 10 | | 210.0887 [M-H)1-, 5 | | 210.0887 [M-H]1-, 10
4
2 ol i 18 o
24 g £ - = A4 L2 ;
ol / /
24y . ® " £ g
254.0785 [M-H]1-. 5 | | 254.0785 (MH)1- 10 | [ 272.0890 M-, 5 | [ 272.0890 b= 10 | | 288.0663 m-Hp1-, 5 | [ 288.0663 MeH1-, 10
44
] P o =
24 = od @
L 2, @
04 M /
g & o
PR : o PL
g ) od P ]
30607668 [M-H]1-, 5 | | 306.0768 [M-H]1-, 10 | | 5132803 [M-H[1-, 5 | | 5132803 [M-H]1-, 10 | | 611.3175[M-H]1- 5 | | 6113175 [M-H]1-, 10
44 =
C) e x
24 o 2P0 Tl S = L
,
oo - il £ [,
2422 0% - r o
.
MHI1- 5 2 [MH]1-, 10 3 21012 3321012 33-2-101 2 3 -2 -1 0 1.2
44
2+ P : -4
: | / /
29 ol ’;
TI 87133555573

Theoretical N

ormal Distribution

Figure 193. Quantile-quantile plot of residuals
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LTC4{d5} 1min0232
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1.40. LTD4{d5} [M-H]1- 1min0222
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Figure 196. Nonlinear fit
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Figure 197. Residuals of nonlinear fit
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LTD4{d5} 1min0222
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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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LTD4{d5} 1min0222
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1.41. PGB2{d4} [M-H]1- 1min0220

PGB2{d4} 1min0220
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Figure 201. Nonlinear fit
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57.0342 [M-H]1-. 5 57.0342 [M-H)1- 10 | | 113.0973 M-HJ1-, 5 | | 113.0973 [MH]1-, 10 | | 167.1381 [M-HI1- 5 | | 167.1381 (M-H)1- 10
0.104 1.
. g . .
L] . ..a L]
0.054 e o ®
AR T .u‘.' b My ~
e & L™ } 4 , L™ [ ] .. [ ] .l
laim g, 40 P o __ | |SEEEAes’ | odials | wj ______
o Rl e o
s % 'bs *a .
051 : 4 0 .t...
o s .ot ® .
=,
=0.104 ARLAR |IT') SR I ] .r 2 il L 3 TR L
179.1381 [M-HJ1-, 5 | | 179.1381 [M-H]-, 10 | | 2111280 (M-HI- 5 | | 2111280 (MHIt-, 10 | | 239.1592 (M-H1-, 5 | | 2381582 (M-HD-, 10 o
0.104
®  57.0342 [M-HJ1-
0.054 & 113.0973 (M-H]1-
& 167.1381 [M-H)1-
- A 3 -
e
®  211.1280 [M-H]1-
L]
® 2391502 [M-H]1-
005 (MeH]
& 2752319 [M-H)I-
& 319.2217 [M-H)I-
010+ S i = s R
2752318 [M-H1-, 5 | | 2752319 [M-HJ1-, 10 | | 3192217 [M-HJ1-, 5 | | 319.2217 [MH]1-10 | | precursor [M-H]1- 5 | | precursor [M-H]1-, 10
0.104
0.05
0001 {bse--- - -~ 1 (e B e e
g L]
0.054
0104 ; P — —
25 50 75 10 25 S50 75 100 25 50 75 100 25 50 75 100 25 50 75 100 25 50 75 100

Collision Energy [eV] CID

Figure 202. Residuals of nonlinear fit
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PGB2{d4} 1min0220
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Figure 203. Quantile-quantile plot of residuals
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Figure 204. Normalized sum-of-squares of the residuals
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Figure 205. Number of samples used for training per combination Id

PGB2{d4)[M-H]1-|p

PGB2{d4} 1min0220

[M-H]1-|{<)}337. )9{5] g
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1.42. PGD2{d4} [M-H]1- 1min0151

PGD2{d4} 1min0151
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Figure 206. Nonlinear fit
PGD2{d4} 1min0151
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Figure 207. Residuals of nonlinear fit
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PGD2{d4} 1min0151
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Figure 208. Quantile-quantile plot of residuals
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Figure 209. Normalized sum-of-squares of the residuals
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Figure 210. Number of samples used for training per combination Id

PGD2{d4} 1min0151

PGO2{d4}{[M-H]1-|precursor|[M-H]1-|(-}|355.242604790909|5|1min0 151 < |
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1.43. PGE2{d4} [M-H]1- 1min0241

PGE2{d4} 1min0241
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Figure 211. Nonlinear fit
PGE2{d4} 1min0241
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Figure 212. Residuals of nonlinear fit
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PGE2{d4} 1min0241
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Figure 213. Quantile-quantile plot of residuals
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Figure 214. Normalized sum-of-squares of the residuals
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PGE2{d4} 1min0241
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Figure 215. Number of samples used for training per combination Id
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1.44. PGE2{d9} [M-H]1- 1min0164

PGE2{d9} 1min0164
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Figure 216. Nonlinear fit

Residuals (Afy,yhat))
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Figure 217. Residuals of nonlinear fit

1

31

Fragment

[ I R I

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

e & & 0 0 0

59,0135 [M-H]1-
122.1537 (M-H)1-
175,128 [M-H]1-
1891285 [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-



Standardized Residuals (A(y,yhat))
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Figure 218. Quantile-quantile plot of residuals
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Figure 219. Normalized sum-of-squares of the residuals
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PGE2{d9} 1min0164
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Figure 220. Number of samples used for training per combination Id
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1.45. PGF2alpha{d4} [M-H]1- 1min0194

PGF2alpha{d4} 1min0194
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Figure 221. Nonlinear fit
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Figure 222. Residuals of nonlinear fit
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Figure 223. Quantile-quantile plot of residuals
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Figure 224. Normalized sum-of-squares of the residuals
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1.46. PGI2 [M-H]1- 1min0196
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Figure 226. Nonlinear fit
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Figure 227. Residuals of nonlinear fit
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Standardized Residuals (A(y,yhat))
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Figure 229. Normalized sum-of-squares of the residuals
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1.47. Resolvin D1{d5} [M-H]1- 1min0152
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Figure 231. Nonlinear fit
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Figure 232. Residuals of nonlinear fit
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Figure 234. Normalized sum-of-squares of the residuals
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Figure 233. Quantile-quantile plot of residuals
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1.48. Resolvin D2{d5} [M-H]1- 1min0197
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Figure 236. Nonlinear fit
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Figure 237. Residuals of nonlinear fit
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Figure 238. Quantile-quantile plot of residuals
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1.49. Resolvin D3 [M-H]1- 1min0210

Resolvin D3 1min0210
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Figure 241. Nonlinear fit
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Figure 242. Residuals of nonlinear fit
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Figure 243. Quantile-quantile plot of residuals
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Figure 244. Normalized sum-of-squares of the residuals
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Resolvin D3 1min0210

Resolvin D3{[M-H]1-|precursor|[M-H]1-|(-}|375.217697814908|5 1min0210 4 |
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Resolvin D3|[M-H]1-195.0504[M-H]1-{-§85.0504] 10| 1min0210 4 I
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Figure 245. Number of samples used for training per combination Id
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1.50. Resolvin D5 [M-H]1- 1min0212

Resolvin D5 1min0212
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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
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Figure 249. Normalized sum-of-squares of the residuals
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Resolvin DS|[M-H]1 H]1-4(-}|359.222783 5| 1min0212 -

Resolvin DS|[M-H]1-|pracursor|[M-H]1-|(-)|359.222783184809] 10| 1min0212 4
Resolvin DS|[M-H]1-/58,0135)[M-H]1-/(-)|59.0135(5| 1min0212 4

Resolvin D5|[M-H]1-|59.0135([M-H]1-|{-}58.013511 0] 1min0212 1
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Figure 250. Number of samples used for training per combination Id
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1.51. TXB1 [M-H]1- 1min0155

TXB1 1min0155
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Figure 251. Nonlinear fit
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Figure 252. Residuals of nonlinear fit
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TXB1 1min0155
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Figure 253. Quantile-quantile plot of residuals
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TXB1 1min0155
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1.52. TXB2{d4} [M-H]1- 1min0071
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Figure 256. Nonlinear fit
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Figure 257. Residuals of nonlinear fit
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TXB2{d4} 1min0071
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1.53. TXB3 [M-H]1- 1min0072
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Figure 261. Nonlinear fit
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Figure 262. Residuals of nonlinear fit

1

58

25 50 75 100

Fragment

[ I R I

69,0342 [M-H]1-
125.0071 [M-H]1-
151.1126 [M-H]1-
160.0869 [M-H]1-
177.0019 [M-H]1-
195.1024 [M-H]1-
287.1652 [M-H]1-
3231860 [M-H]1-
340.2021 [M-H]1-
precursor [M-H]1-

Fragment

e & & 0 0 0

69,0342 [M-H]1-
125.0971 [M-H]1-
151,126 [M-H]1-
169.0869 [M-H]1-
177.0819 [M-H]1-
195.1024 [M-H]1-
287.1652 [M-H]1-
323,1860 [M-H)1-
349.2021 [M-H)1-
precursor [M-H]1-



TXB3 1min0072

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

69,0342 [MHN- 10 | | 1250971 [MH]1- 5 | | 1250971 [MH]1-, 10

151,126 [M-H]1-, 5

151,126 [M-HJ1-, 10

04 /
Tl

x

169.0869 [M-H]1-, 5

169.0868 [M-H]1-, 10 | [ 177.091aH- 5 | [ 177.0919 )1, 10

195.1024 [M-H]1-, 10

=

o ®

£ -
®

2671652 [M-H]1-, 5

287.1652 [M-H]1-, 10 3231860 [M-H]1-, 10

3482021 [M-H]1-, 10

Standardized Residuals (A(y,yhat))

x

M-HJ1-, & P

x
[M-H]1-, 10

o

Figure 263.

Theoretical Normal Distribution

Quantile-quantile plot of residuals

TXB3 1min0072

69,0342 [M-H]1-

precursor [M-H]1-=

349.2021 [M-H]1- 4

323.1860 [M-H)1- 4

287.1652 [M-H]1-

195.1024 [M-H]1-+

Fragment + Adduct

177.0919 [M-H]1-

169.0869 [M-H]1-+

1511126 [M-H]1-

125.0071 [M-H)1- 4

4w

Ao

oh

Figure 264. Normalized sum-of-squares of the residuals

logsoil Res. SSq

159

0.0014

0.002 4
0.003 4
0.004 4

Fragment

® 69,0342 [M-H]1-

o 125.0071 [M-H]1-
o 1511126 [M-H]1-
®  169.0869 [M-H]1-
o 177.0919 [M-H]1-
®  195.1024 [M-H]1-
®  267.1652 [M-H]1-
» 3231860 [M-H]1-
o 349.2021 [M-H]1-
s precursor [M-H]1-

Res. S-W-Normality
e Nomal
*  Non-Normal

Fragment

69,0342 [M-H]1-
1250071 [M-H]1-
151,126 [M-H]1-
169,0869 [M-H]1-
177.09189 [M-H]1-
195.1024 [M-H]1-
287.1652 [M-H]1-
®  323.1860 [M-H]1-
o 3492021 [M-H]1-
& precursor [M-H]1-

Mass Range [ppm]
* 5
4 10



Fragment

TXB3|[M-H]1-fprecursori[M-H]1-|(-)|267.212612444909]5| 1min00T2 4

TXB3{IM-H]1-|precursor|[M-H]1-|(- 367 212612444909 10}1min0072 4

TXB3|[M-H]1-69.0342([M-H]1-|(-)i69.0342|5/ 1 min0072 4
TXB3|[M-H]1-/69.0342|[M-H]1-|(-)|69.0342] 10| 1min007 2
TXB3|[M-H]1-{348. 2021 [[M-H]1-|(-)| 348 2021|5]1 min00O72 {
TXB3|[M-H]1-|349.2021|[M-H]1-|{-]|349.2021|10{ 1min0072 4
TXB3[M-H]1-|323.1860|[M-H] 1-|{-)|323.186|5]1min00T2 -
THB3M-H]1-323. 1860][M-H]1-|(-}|323. 188 10 1mind0T2 <
TXB3|[M-H]1-|287.1652|[M-H]1-|(-)|287.1652|5]1min0072
TXB3|[M-H]1-|287.1652|[M-H] 1-|{-}{287.1652 10| 1min0072 <
TXB3|[M-H]1-195.1024)[M-H}1-{(-)| 185, 1024|5/ 1min00T2 <
TXB3|[M-H]1-/185.1024|[M-H]1-|{-)| 195.1024] 10| 1minDO72 4
THBIYM-H]1-177.0919|[M-H]1-(-)[ 17708 19{5[1mind0T2 4
TXB3|[M-H]1-[177.0919[M-H]1-/{-}|177.02919[10] 1min0072 4
TXB3|[M-H]1-|169.0869|(M-H]1-|(-}| 169.0858|5]1min0072 {
TXB3|[M-H]1-|169.0869|[M-H]1-|(-)|169.0869| 10{ 1min0072 4
THBIYM-H]1-151. 1128([M-H]1-|{(-)}151.11 26|51 min0072 4
TXB3|[M-H]1-{151,1126{[M-H]1-{(-) 151, 1126/ 10] 1 min0OT2 <
TXBI[M-H]1-125.097 1[[M-H]1-](-}|125.087 1]5[1min0072 4

TXB3|[M-H]1-[125.0871[[M-H]1-|{-){125.097 1101 min0072 4

TXB3 1min0072

o

100

200
Number of Samples

300

Number of samples for model training
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Figure 271. Nonlinear fit
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Figure 272. Residuals of nonlinear fit
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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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tetranor-12-HETE|IM-H]1-precursor[M-H]1-{-)|265.180918344909{5] 1min0069 {

tetranar-12-HETE|[M-H]1-|precursor|[M-H] 1-}(- 265.180918344808| 10]1min00GS 4

tetranor-12-HETE|[M-H]1-/91.0553([M-H]1-|(-)|91.0553]5]1min006S 4

tetranor-12-HETE[[M-H]1-|91.0553|[M-H]1-|(-)|81.0553]10] 1min00BS 4

tetranor-12-HETE|[M-H]1-1221.1908({M-H]1-|(-)|221.1909{5]1min0069 §

tetranor-12-HE TE|[M-H]1-1221.1909[M-H]1-|{-)}221.1908] 101 min00ES 4
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tetranar-12-HETE|[M-H]1-[109.0657|[M-H]1-|(-)|109.0657]5|1min0062 {

tetranor-12-HE TE|[M-H]1-}109.0657|[M-H]1-|{-){109.0657| 101 min00GS

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