Supplementary Data 7.

MS?2 spectra acquired using stDDA and used for the

annotation of oxidized CE (0xCE) species in group pooled blood
plasma samples of obese non-diabetic (OND) and obese with type 2
diabetes (OT2D) individuals. Structure-related fragmentation 1ons
are colour-codes according to the legend provided. Annotated lipids

for each group pool are sorted by their precursor m/z.



OND pool



CE(5ZO<OXO{5}>) [oxCE+Na]* XIC 507.3809 NL: 1.33E5
RT 18.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs
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CE(7:1<oxo{7}>)
RT 20.7

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs

XIC 533.3965 NL: 6.88E4
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CE(7:0<oxo{7}>) [oxCE+Na]*  XIC 535.4122 NL: 7.18E4
RT 18.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(9ZO<OXO{9}>) [oxCE+Na]* XIC 563.4435 NL: 8.78E5
RT 20.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(10:2<0x0{10}>)
RT 20.8

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 573.4278 NL: 2.02E5

. Fragments containing oxFAs ‘ Fragments related to water loss
. Position-specific fragments Fragments related to other oxLPPs
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CE(10:1<ox0{10}>) [oXCE+Na]*  XIC 575.4440 NL: 1.58E4
RT 20.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(11:2<oxo0{11}>) [oxCE+Na]*  XIC 587.4440 NL: 3.04E4
RT 20.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(11:1<ox0{11}>)

RT 21.4

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs

XIC 589.4591 NL: 1.12E5
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CE(10:1<COOH{10}>) [oxCE+Na]*  XIC 591.4384 NL: 2.06E4
RT 19.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(12:2<COOH{12}>)
RT 20.6

[oxCE+Na]*

XIC 617.4540 NL: 1.48E4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(12:1<COOH{12}>) [oxCE+Na]*  XIC 619.4697 NL: 3.86E4
RT 20.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]"* ® 251.1253
[oxCE+NH,]* C12H20 04 Na
[oXCE+H]* 100 3
90
20.3 3
100_ 805
90 .
1 70 7
" 8 -
70 - 3602
© . g .
£ 60 850 7
2 < 3
850 240 -
) © 7
2 40- =
g ©30 7
® 30 ]
20: 20 -
10 10 -
0 e —— 04\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
200 209 50 100 150 200 250 300 350 400 450 500 550 600
ime (min)



CE(18:3<0>)
RT 22.6

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

[oxCE+Na]* XIC 685.5530 NL: 6.866E4

. Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(18:3<OH>) [oxCE+Na]*  XIC 685.5530 NL: 1.89E6
RT 23.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:3<0>) [oxCE+Na]*  XIC 685.5530 NL: 7.54E6
RT 24.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:3<OH>)

RT 25.0

. Fragments containing oxFAs

. Position-specific fragments
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[oxCE+Na]* XIC 685.5530 NL: 3.68E5

Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(18:2<OH>)
RT 23.5, 23.8

. Fragments containing oxFAs

. Position-specific fragments
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[oXCE+Na]*  XIC 687.5687 NL: 1.71E7

Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(18:2<0>)
RT 24.6, 25.2

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oXxCE+Na]*  XIC 687.5687 NL: 3.03E5

. Fragments not containing oxFAs
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CE(18:1<OH>)
RT 24.2

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(18:0<ep>)
RT 25.9

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs
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CE(18:3<20H>)
RT 20.6

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs

XIC 701.5479 NL: 2.38E5

[oxCE+Na]* 333.2035 @
[oxCE+NH,]* C1gH30 04 Na
100 o
[oxCE+H]* ]
90
20.6 T
1007 80 —
90 ]
] 70 T
80 - § ]
70~ £60 5
4 = - ‘
60 350 - 315.1927 701.5452
T © - C1sH2s O3 Na Cs5H74 O4 Na
50+ =40 o
40 S0 - © 2971827
30' @ ] C1s H26 O2 Na
. 20
20 ] 369.3527.
E Y | NN
0 L 0*‘\‘“‘\“““‘U““““‘I“‘\‘“““““““““““‘“"‘““‘““““““““‘H‘“
202 T2_0-4( _ )20-6 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Ime (min

m/z



CE(18:3<0OH,0>) [oxCE+Na]*  XIC 701.5479 NL: 4.10E5
RT 21.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:3<0OH,0>) [oxCE+Na]*  XIC 701.5479 NL: 8.42E5
RT 22.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:3<20>) [oxCE+Na]*  XIC 701.5479 NL: 9.97E5
RT 22.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:3<O0H{10}>)
CE(18:3<O0H{13}>)
RT 23.0-23.2

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs
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CE(18:3<O0H{13}>)

[oxCE+Na]*

CE(18:3<O0H{16}>)
RT 23.3

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oXCE+NH,]*
[oxCE+H]*
100 23
90
80
704
60
50
40
30-
20
10-
0 ] T T T
233 23.4
Time (min)

100

Relative Abundance

[{e]
o

[0
o

~
o

o2}
o

an
o

IS
o

w
o

N
o

-
o

o

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(18:2<20H>)
RT 21.1

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*  XIC 703.5636 NL: 2.03E5

. Fragments not containing oxFAs
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CE(18:2<0OH,0>)

RT 21.6

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments related to other oxLPPs
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[oxCE+Na]* XIC 703.5636 NL: 2.28E6

CE(18:2<OH{9},0{10}>)
RT 22.3

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

[oxCE+Na]* PY PY 2251000 @
C10H18 O4 Na
[oxCE+NH,]* 335.2190 Joo ® ®
o
[oxCE+H]* C18H3204Na 5 80 ® 226.9512
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CE(18:2<O0H{10}>) xCE+Na]*  XIC 703.5636 NL: 3.61E
CE(182<09RR) [oxCE+Na] C 703.5636 NL: 3.61E6
CE(18:2<O0H{13}>)

CE(18:2<O0H{15}>)

RT 23.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
221.1147
[oxCE+NH,]* 0211147 @ 00 C11His O3 Na
[oxCE+H]* C11H13 O3 Na g
100 580 ®
1 560 209.1149 247.1300 .
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CE(18:2<O0H{9}>) [oxCE+Na]*  XIC 703.5636 NL: 1.35E7
CE(18:2<O0H{13}>)
RT 23.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]* o
[oxCE+NH,]* 247.1303
[oxCE+H]* C13H20 O3 Na
100 o
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CE(18:0<ep,0>)

RT

. Fragments containing oxFAs

23.2

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*
100 232
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‘ Fragments related to water loss

Fragments related to other oxLPPs

. Fragments not containing oxFAs

. 337.2343
C18H314 O4Na

[oxCE+Na]*
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CE(18:1<O0H{11}>) [oXCE+Na]*  XIC 705.5792 NL: 4.64E5
CE(18:1<O0H{13}>)
RT 24.0

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]* 221.1146 ®
[OXCE+NH4]+ 100 C11H1s O3 Na
[oxCE+H]* ]
90 617.4885 @
100 240 80 3 2471297 @ Ca0Hes O3 Na
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CE(18:1<O0H{10}>)

[oxCE+Na]*

CE(18:1<O0H{12}>)
RT 24.1

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*

[oXCE+NH,]*

[oxCE+H]*
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Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(20:5<0OH>)

RT 23.1

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]* 100
[oxCE+H]*
90
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90 70
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104 10
0 0
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 709.5530 NL: 1.44E6

x5
341.2084
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CE(20:4<OH{9}>)
RT 23.6

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]* XIC 711.5687 NL: 2.94E6

. Fragments not containing oxFAs

[oxCE+Na]* 343.2243 —x10—1 3439943
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CE(20:3<0ox0>) [oxCE+Na]*  XIC 711.5687 NL: 9.11E4
RT 24.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]* 3432230 @
[OXCE+NH4]+ 100 C20H3203Na
[oxCE+H]*
90
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CE(20:3<OH>)
RT 24.0

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

‘ 327.2292

[oxCE+Na]*

. Fragments not containing oxFAs

345.2397 .
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. | | .
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CE(18:3<20H,0>) [oxCE+Na]*  XIC 717.5428 NL: 1.36E5
RT 20.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]* ® 349.1984
[oxCE+NH,]* C1gH30 Os5Na
[oXCE+H]* 100 3
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CE(18:3<30>) [oxCE+Na]*  XIC 717.5428 NL: 1.03E5
RT 20.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]* 349.1086 @
[oxCE+NH,]* 100 - C1gHao OsNa
[oxCE+H]* ]
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CE(18:3<OH,20>)
RT 21.9

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

. Fragments not containing oxFAs

[oxCE+Na]*

349.1995 .
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CE(18:3<30>) [oxCE+Na]*  XIC 717.5428 NL: 1.01E5
RT 23.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(18:2<30>)

RT 21.4

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

Fragments not containing oxFAs

XIC 719.5585 NL: 1.05E5
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CE(18:2<OH{9},00H{13}>)
RT 22.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

XIC 719.5585 NL: 2.66E5

. Fragments not containing oxFAs

m/z
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CE(18:1<ep{10-11},O0H{13}>) [oXCE+Na]*  XIC 719.5585 NL: 2.66E5
RT 22.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
221.1148
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£ 80
+ ©
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CE(20:5<0OH,ox0>) [oxCE+Na]*  XIC 723.5323 NL: 8.34E4

RT 20.6

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs
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[oXCE+H]* 100 3
90
80
70 2 355.1880 @
3 . C20 H2s O4 Na
100 CGO ]
20.6 @© —
90 e 3
80 §50 ;
: o
5 9.0 3 337.1779
@ 30 Cao Has O3 Na 723.5286
40 - Cs47H7204Na
30 20.5 20 1
20 10 7
S 1 1 | | |
T T T T T T [ T T [ T T T T [T T T T [T T T T [ T T T T [T T T T [T T T T [T T T T [ T T T T T T 1]
20.0 - eZ?rfin) 100 150 200 250 300 350 400 450 500 550 700 750

m/z



CE(20:5<0x0,0>) [oxCE+Na]*  XIC 723.5323 NL: 3.31E4
RT 21.1-21.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(20:6<20>)
RT 22.5

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs
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CE(20:5<20H{9,14}>)

RT 20.4

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

357.2032 .

. Fragments not containing oxFAs

XIC 725.5479 NL: 1.03E6
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CE(20:5<20H{9,12}>)

RT 20.6

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

XIC 725.5479 NL: 1.03E6

. Fragments not containing oxFAs

357.2033
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CE(20:5<00H{9}>)
CE(20:5<00H{12}>)
CE(20:5<O0H{15}>)
CE(20:5<O0H{18}>)
RT 23.0

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]* 00
[oxCE+H]*
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_ 70
100_ 8
90t %60
. 807 2
g 70{ §50
é 60t _‘%’40
2 50 <
g 0 30
14 i 29
20—
10: 10
0- — 0
23.0
Time (min)

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 725.5479 NL: 6.18E5

m/z

357.2032 .
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[oxCE+Na]*

CE(20:4<20H{9,14}>)

RT 21.1

. Fragments containing oxFAs ‘

. Position-specific fragments

Fragments related to water loss

Fragments related to other oxLPPs

. Fragments not containing oxFAs

™1 x10

XIC 727.5636 NL: 3.04E6

CoHa 02 Na
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CE(20:3<OH,oxo{11}>) [oxCE+Na]*  XIC 727.5636 NL: 6.27E5
RT 22.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[OXCE+Na]+ 359.2189.
[oxCE+NH,]* C20H3204Na
[oXCE+H]* 100 3
90 -
22.7 7
100t 80 E
90 ]
. 70 7
SOt 8 E
70 560 B
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2 4] g ‘ 727.5630
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CE(20:3<OH,ep>) [oxCE+Na]*  XIC 727.5636 NL: 5.36E5
RT 23.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+NaJ* 359.2175.
[oxCE+NH,]* C20H3204Na
[oXCE+H]* 100 3
90 —
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2 60— 250 7

e S

350+ 240 5

2 40 2 7

& 30 -

% 30 ] 727.5626
20 20 ‘ C47H76 O4 Na
v 111 T
0 04\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\

230 235 100 150 200 250 300 350 400 450 500 550 600 650 700 750

Time (min)

m/z



RT

100

D ~ (0] ©
o o (=) o
| | | |

)]
o
|

Relative Abundance

20:4<0O0H{9}>)

20:4<O0H{10}>)
E(20:4<O0H{12}>)
20:4<O0H{15}>)
20:4<O0H{13}>)

23.3

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

. Fragments not containing oxFAs

[oxCE+Na]*

245.1155

XIC 727.5636 NL: 5.36E5

100 C13H18 O3 Na
g 205.0834
55027 @  CroHuOsNa 54709 251 0088 ®
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CE(20:4<O0H{9}>)
CE(20:4<O0H{11}>)
CE(20:4<O0H{12}>)
CE(20:4<O0H{15}>)
RT 23.4

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*

(o]
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100 - 23.4
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 727.5636 NL: 5.36E5

Joo
280 .
2 231.0990
@ 510677 3% C1zHi15 03 Na O
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CE(2();3<QH{9} OH>) [oxCE+Na]* XIC 729.5798 NL: 1.06E5
RT 21.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
T:
[oxCE+Na]* 3612337 @
[oxCE+NH,]* 100 C20Hz4 O4 Na
[OXCE+H]+ g ‘ 343.2240
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80 = 729.5765
b 70 = C47H78 04 Na
. o
100 8 -
90 560 7
80 S50 3 ® 510675
70 < ] CoH1203Na ‘
60 240 7 325.2113
g ] C20H3z0O2Na
o0 30 -
407213 ]
30 20 1
20 m
0 10 T
’ I L] 1)
T ; T B s B e B e e e e e e e e e e e e e Bt B B ) ) S ) ) D B B B
214 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Time (min)

m/z



CE(20:2<0OH,ep>)

RT 22.8

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oXCE+H]* 100
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100 228 Q
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

361 .2344.
Co20 Hs4 O4 Na

XIC 729.5798 NL: 9.45E4

729.5754
Ca7H78 O4 Na
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CE(20:3<O0H{15}>)

[oxCE+Na]*

CE(20:3<O0H{12}>)

RT 23.8

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

@ 2331146
C12H18 O3 Na

361.2344 .
C20H34 O4 Na

273.1459
Ci5 H22 O3 Na

o
1

XIC 729.5798 NL: 9.80E5

601.4603
C3g He2 O3 Na

729.5767
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CE(20:2<20{12}>)
RT 24.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

C12H18 O3 Na

233.1144

. Fragments not containing oxFAs

363.2507

[oxCE+Na]*

C20 H3s O4 Na

XIC 731.5949 NL: 2.63E4
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CE(20:2<20{15}>)
RT 24.4

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*

T
24.4
Time (min)

100
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- N w N [6)] (@] ~ (0] [(e)
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‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 731.5949 NL: 5.13E4

m/z
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CE(22:6<OH>)

RT

. Fragments containing oxFAs

23.4

. Position-specific fragments
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‘ Fragments related to water loss

100

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

367.2242 .
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CE(20:5<20H,0>) [oXCE+Na]*  XIC 741.5428 NL: 6.17E4
RT 18.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
+
[oxCE+NaJ" 355.1873 @
[oxCE+NH,] 100 C20H23 O4Na
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CE(20:5<20H,0>)
RT 19.3

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 741.5428 NL: 1.13E5
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CE(20:5<0,00H{15}>)

[oxCE+Na]*

CE(20:5<0,00H{9}>)

RT 20.2

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oXCE+H]* 100
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70
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‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

373.1983 .
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CE(2();5<QH QQH{1 5}>) [oxCE+Na]* XIC 741.5428 NL: 1.13E5
RT 20.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+NaJ* 3731083 @
[oxCE+NH,]* C20H3o Os Na
[oxCE+H]* 100 3
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[oxCE+Na]* XIC 741.5428 NL: 2.59E5

CE(20:5<0H,20{14}>)
RT 21.1

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

[oxCE+NaJ* 373.1081 @
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CE(20:4<0x0,00H{12}>)
RT 21.2

. Fragments containing oxFAs @ Fragments related to water loss

. Position-specific fragments Fragments related to other oxLPPs

[oxCE+Na]* XIC 741.5428 NL: 2.59E5

. Fragments not containing oxFAs

[oxCE+Na] 3731080 @
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CE(20:4<20H,0>)

RT 19.5

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]* 100
90
80
70
100 9
90 § 60
80 19.4 _§50
70 19.3 <
60 240
N ©
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o ¥ 30
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v b b e b b b b b Lo |

[oxCE+Na]* XIC 743.5585 NL: 1.52E5

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(20:4<0H,20>)

RT 20.0

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

375.2139 .
C20Hs2 Os5Na
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[oxCE+Na]*

CE(20:4<OH,00H{15}>)
RT 20.2

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

XIC 743.5585 NL: 6.33E5

[oxCE+Na]* 3752138.
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CE(20:4<OH,00H{15}>)
CE(20:4<OH O0H{12}>)
CE(20:4<OH,O0H{9}>)

RT 20.7

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*
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‘ Fragments related to water loss

[oxCE+Na]*

Fragments related to other oxLPPs

191.0677 ‘
CogH1203Na

100
3752139 @ Leo

XIC 743.5585 NL: 1.61E6

. Fragments not containing oxFAs
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CE(20:3<ep{1 1-1 2},OOH{9}>) [oxCE+Na]*  XIC 743.5585 NL: 1.87E6
RT 21.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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gg g:g 88%%3 [oxCE+NaJ* XIC 743.5585 NL: 4.81E5
CE(20: 3<e ,O0H{111>)

CE(20-3<ep. OOH!9}2)
. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
oo
+ o
[oxCE+Na] . 191.0677 580
[OXCE+NH4] 100 CogH1203Na §60 .
+ ] <
[oxCE+H] ] 2 40 206.0916 235.0934 287.1254
90 375.2137 %20 C1oH1503Na C11H1TO4Na C15H2(‘)O4Na
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g ko . 20 H30 O4 Na
2 30 = ® @ 5504116
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CE(20:3<0x0,00H{12}>)
CE(20:3<0x0,00H{15}>)
RT 22.1

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]* 100
90
80
70
100 221 8
) G 60
80 -§
a50
70 <
60 240
©
50 o)
0 @ 30
30 20
20
0 10
0 0
22.0 22.5
Time (min)

Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 743.5585 NL: 1.51E5

m/z

2871248 @
C15 H2o O4 Na
E 3752137 @
. C20H32 Os5Na
= 247.0937 ® 357.2031
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CE(20:2<ep,20>) [oXCE+Na]*  XIC 745.5741 NL: 3.39E4
RT 20.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oXCE+NH,]*
[oxCE+H]* 100 3
90 —
80 —
70
o 7
5] 7
_§60 =
8 %50 e 377.2287 .
g < ] C20Hs4 Os Na
5 [0} ]
2 240 7
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i 30 7 C2 H32 04 Na
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20 E C47H78 Os5Na
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CE(20:3<O0H{13},0>)

RT 21.4

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

377.2298 .
Co H3s4 Os5Na

359.2176 ‘
C2 H32 O4 Na

. 247.1298
C13H20 O3 Na

| ||

waxl‘ T T T T T [ T T T T [ T T T T [ I T T T [ T T T T [ T T T T[T

XIC 745.5741 NL: 7.81E4
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[oxCE+H]* 100 3
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CE(22:6<20H>)
RT 20.7

100

A O o ~N 0 ©
o O O o O O

Relative Abundance

w
o

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*

20.5
Time (min)

100
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‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 751.5636 NL: 1.87E5

365.2086‘

_ C22H3p O3 Na
E 383.2191 ®
E C22H32 O4 Na
B 751.5618
E Ca9H76 O4 Na
g ‘ 347.1980
- C22H2s O2 Na
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CE(22:5<ox0,0H>) [oxCE+Na]*  XIC 751.5636 NL: 7.06E4
RT 21.5-21.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+NH,]* C22H3204Na
[oXCE+H]* 100 3
90 -
100 80 E
90 7
70 T .
80 3 - 369.3509
_ €an I
70 §60 7 C27 Has
860- 250 \‘\
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B 2,0
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CE(22:6<00H{8}>)
CE(22:6<00H{11}>)
CE(22:6<00H{14}>)
CE(22:6<0O0H{17}>)
RT 23.3

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]* 100
90
23.
1004 80
90
. 70
80 §
70 §60
8 60 250
3 <
550— :]2_")40
240- 2
s e 30
@ 30 -
00 20
-
10 10
0- 0

23.0
Time (min)

23.5

. Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 751.5636 NL: 2.27E5

m/z

_JSE. 3832187 @
- CgH100O3Na C22H3204Na
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CE(22:4<0OH,ep>) [oxCE+Na]*  XIC 753.5792 NL: 3.91E4
RT 21.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]* 100 3
90 -
80
70 ;
100 214 ; g
90 - §60 =
] S 7
. o
i 21l9 =
60 240
] K -
507 &30 © 3852355 ®
40 ] 367.2238 C22H34 04 Na
30 16 20 7 C22H32 O3 Na
- ] 753.5765
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OT2D pool



CE(5:0<ox0{5}>)

RT

18.4

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*

;

18.2

18
Time (min)

100

Relative Abundance
- N w N [6)] ()] ~ (0] (o]
o o o o o o o o o

o

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*  XIC 507.3809 NL: 1.36E5

. Fragments not containing oxFAs

139.0365
B CsHgO3Na
i 369.3531 507 3767
3 CorH .
B ‘ ’ 27 s C32Hs5203Na
iuHH\HHH [ IHH ‘ I
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CE(9:0<0ox0{9}>)

RT 20.9

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oXCE+NH,]* 100
[OXCE+H]+ 90
80
20.9

100 - 70

90 -} §
80: _(2560
20- §5O
%o 240

¥ S
30 o 30

2N

30: 20

. 10
10
0 T T T T 0
21.0
Time (min)

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

195.0992
CoH16 O3 Na .

XIC 563.4435 NL: 8.52E5

; 563.4441
B . C36 Heo O3 Na
= 369.3507
3 ‘ C27 Has
1l i 1‘l finl HIA 11 M M l 1l ol L L |

L L L L L L L L L L L L L L L L T [ T T T T [ T T T T [ T T T1T
50 100 150 200 250 300 350 450 500 550



CE(8:0<COOH({8}>) [oXCE+Na]*  XIC 565.4227 NL: 2.69E4
RT 22.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oxCE+NH,]* 100 7
+ .
[oXCE+H] 90
80
22.2 E
1007 70 =
90 8 .
80 - 560 E
i c 3
70 50 —
] 250 Q)
60 g E
5] £40 2 197.0790
40 £30 - CsH1a O4Na
20; 383.4037
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CE(10:2<0x0{10}>) [oxCE+Na]*  XIC 573.4278 NL: 2.19E5
RT 20.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
205.0835 ‘
[oxCE+Na]* C1oH14 O3Na
[oxCE+NH,]* 100 3
80 -
20.8 =
1007 70
90 - g
: (uGO _
80_ 'g E
£0 250 -
2] 240
8- 58
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CE(11:2<0x0{11}>)

RT 20.3

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

219.0992
C11 H16 O3 Na

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 587.4435 NL: 2.90E4

587.5482
C3s Heo O3 Na

[oxCE+Na]*
[oxCE+NH,]* 100 3
[oxCE+H]* 90 -
80 -
100 - 20 E
90: ’ 8 g
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70 §5o i
60 o 1
5] 240 7
] 5%
i 20. <. ]
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307 \ 20 -
20 - ]
10- 10 3
0- 0
Time (min) 50



CE(11:3<COOH{11}>) [oXCE+Na]*  XIC 601.4227 NL: 2.04E4
RT 21.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oxCE+NH,]* 100 5
+ -
[oxCE+H] 90 =
80
211 I
100 -
4 70 —
90 § .
: © 60 —
807 2 233.0702 @
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CE(12:1<ox0{12}>) [oxCE+Na]*  XIC 603.4753 NL: 1.98E4
RT 22.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oxCE+NH,]* 100 5
+ -
[oXCE+H] 90
80
221 7
1007 70 =
90 8 .
80- §60 B
70: 5 50 =
oo <7 - 2351300 @
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CE(12:2<COOH{12}>) [oXCE+Na]*  XIC 617.4541 NL: 1.26E4
RT 20.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
249.1099
+
[oxCE+Na] C12H18 O4 Na
[oxCE+NH,]* 100
80
20.5 3
100 70 E
o -
o
& 60 —
o ]
c -
350
< ]
240
o J
30
20
10 -
0 o e e ) s e e e s e s B e . A e s s s e e e e B B e e e e s B e N Bt s s
20 50 100 150 200 250 300 350 400 450 500 550 600

Time (min)



CE(12:1<COOH{12}>) [oxCE+Na]*  XIC 619.4697 NL: 3.73E4
RT 20.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
251.1249
[oxCE+Na]* C12H20 O4 Na
[oxCE+NH,]* 100 5
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CE(18:3<OH>)
RT 23.3

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

317.2087 ‘

XIC 685.5531 NL: 1.51E6

[oxCE+Na]+ C1s8H3 O3 Na
[oxCE+NH,]* 100 3
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CE(1 8:2<ep>) [oxCE+Na]* XIC 685.5531 NL: 8.84E5
RT 23.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

317.2087 .
+
[oxCE+Na] C18H3 O3 Na

[oxCE+NH,]* 100 7

[oXCE+H]* ¢, 7

A g O N ®
© © & o o
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|

w
=
1

] 685.5524
- Cs5 H74 O3 Na

10 7
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CE(18:2<0x0>) [oxCE+Na]*  XIC 685.5531 NL: 5.99E6
RT 24.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
317.2087 .
[oxCE+Na]+ C1g H3p O3 Na
[oxCE+NH,]* 1% 3
[oxCE+H]* 90
80 -
24.2 ]
100 .
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CE(1 8;2<QH>) [oxCE+Na]* XIC 687.5687 NL: 4.00E6
RT 23.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
301.2137
+
[oxCE+Na] ® C1g H3o O2 Na
[oxCE+NH,]* 100 3
[oxCE+H]* 90 3 319.2244 O
= C1s H3203Na
80
23.5 J
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CE(18:2<OH>)
RT 23.8

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 687.5687 NL: 1.62E7

319.2244 .
+
[oxCE+Na] C1s H3203Na
[oxCE+NH,]* 100 3
+ ]
[oxCE+H] 90 =
80 —
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1007 70 7
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CE(18:1<ep>)
RT 25.2

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

319.2245 .
C1g H32 O3 Na

369.3522
Co7r Has
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CE(18:1<OH>)
RT 24.2

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs

321.2401 .

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 689.5843 NL: 4.81E5

m/z
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CE(18:3<20H>) [oxCE+Na]*  XIC 701.5480 NL: 2.15E5
RT 20.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]+ 333.2036 .
C1g H30 O4 Na
[oxCE+NH,]* 100 -
xCE+H]* 3
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CE(18:3<0H,0>)

RT 21.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]* XIC 701.5480 NL: 2.82E5

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

333.2034 .

+
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CE(18:3<0H,0>)
RT 21.8

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 701.5480 NL: 2.70E5

333.2034
[oxCE+Na]* C1s Hao O4 Na
[oxCE+NH,]* 100 5
+ .
[oxCE+H] 90 3
80 —
1007 70
90 8 .
805 §60 ;
70 350
0] . 1
S 60~ P
2 5] 240 7
= - © —
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CE(18:3<0OH,0>) [oxCE+Na]*  XIC 701.5480 NL: 3.79E5
RT 22.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
333.2036 .
[oxCE+Na]* C18 H30 O4 Na
[oxCE+NH,]* 100 3
+ -
[oXCE+H] %0 -
80 -
222 .
100 ; -
i 70 4
90 3 .
80: 560 ;
i 2 =
o 107 350 7
S 60 < 7
3 - =40 -
é 50 © =
< T Q .
2 407 o 30 ©315.1923
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20 10 3 369.3525 45 T M4
10 . Co7 H
- E R T e
O_m 0 %“ Hh”ulll Hl 1“ | ‘H 1 ‘ ‘ | 1l | ‘ | 1 I
e e e e e e O B B B B B B B e 55 L e s e I e e s e s B e e s By I B B B oy
20 (min) 50 100 150 200 250 300 350 400 450 500 550 600 650 700

m/z



CE(18:3<OH,0{9}>)
RT 22.6

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

333.2034

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 701.5480 NL: 6.45E5

+
[oxCE+Na] Cs Hao O4 Na
[oxCE+NH,]* 100 3
+ -
[OXCE+H] o0
80 —
22.6 7
100 7
4 70 7
90: 8 E
80 §60 -
70; gso =
60 =
. 240
50_ (_“ .|
4 o -
40 x 30 = ‘315.1927
30 20 e C18 H2s O3 Na . 701.5471
20 = . C45 H74 O4 Na
0 /: 10 - 1950984 369.3502
i 3 9 M1e Us Na C2s5 H4e Na
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CE(18:3<O0H{10}>)

[oxCE+Na]*

CE(18:3<O0H{13}>)
RT 23.2

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*

100- 232

90
80
70—
60
50
40
30
20
10+
0 S ——
23.0
Time (min)

100

90

Relative Abundance
- N w N (6] ()] ~ (0]
o o o o o o o o

o

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 701.5480 NL: 8.59E5

205.0836
C10H14 O3 Na .

] 333.2032.
. C1g H30 O4 Na
B 3151927
= C1g Hos O2 Na .
3 245.1147 573.4269
= C13 H1g O3 Na C37 Hsg O3 Na
= ® . 701.5497
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CE(18:3<O0H{10}>)
CE(18:3<O0H{13}>
CE(18:3<O0H{16}>
RT 23.3

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 701.5480 NL: 8.59E5

3332034 @
[oxCE+Na]* C1g H30 O4 Na
[oxCE+NH,]* 100 7
+ ]
[oXCE+H] 90 -
80 2 ©315.1935
23.2 . C1s H2 O2 Na
100 \ .
i 70 o .
907 g A 247.1304
80 g60 = Ci13H20 O3 Na
i S ]
g O] 350 - @205 0533
c 60 J
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CE(18:2<20H>) [oxCE+Na]*  XIC 703.5636 NL: 2.68E5
RT 21.2

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
335.2189
[oxCE+Na]* C1g H32 O4 Na
[oxCE+NH,]* 100 3 ®
[oxCE+H]* E
90
80
10— 2h2 ]
_ 70 —
90—_ 3 3
80 §60 E
o 70—_ §5O - C703.56206
g i 3 45 H76 O4 Na
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CE(18:1<OH,ep>)

RT 21.7

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

100

90
80 -
70
60 -

50

40

30

20+

10

[oxCE+Na]*

[oxCE+NH,]* 100

[oXCE+H]*

0 -

B L L L

21.5

Time (min)

90

80

Relative Abundance
RN N w N [é)] (@] ~
o o o o o o o

o

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

335.2191 .
C18 H32 O4 Na

317.2097 ‘
C1s H32 O4 Na

)l‘x M‘ H‘ 1l M h 1 L L ‘ | 1 |

XIC 703.5636 NL: 1.77E5

703.5637
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CE(18:1<OH,ep>)
RT 22.2

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 703.5636 NL: 1.45E6

335.2192.
+
[oxCE+Na] C1g H32 04 Na
[oxCE+NH,]* 100 3
+ -
[oxCE+H] 90 -
80 —
22.3 ]
1007 70
90 8 .
805 §60 E
o 707 §50 =
S 60- o 1
2 50 240 7
3 © .
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2 407 30 3 703.5632
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CE(18:0<2ep>) [oxCE+Na]*  XIC 703.5636 NL: 1.72E6
RT 22.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
335.2190 .
[oxCE+Na]* C1g H32 O4 Na
[oxCE+NH,]* 100 3
+ -
[oxCE+H] 90
80 —
22.7 .
1007 70
90 3 -
_ c .
80 %60 .
i c .
70+ 350 7
g 60l P
g 240 7
S 50 © .
2 T 630 .
g Sl 703.5633
§ 30t 20 4 . . C45 H76 O4 Na
20- =
o 10 = e 369.3506
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CE(18:2<00H{11}>)
CE(18:2<00H{13}>)
RT 23.4

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[oxCE+H]*
100 - 23.4
90-
80
70
60 -
50
40-
30-
20
10
0
232 234
Time (min)

Fragments related to water loss

Fragments related to other oxLPPs

221.1148 .
C11 H1s O3 Na

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 703.5636 NL: 2.92E6

100 T
90 —
80 —
E 317.2084
0,70 - C18 H3o O3 Na
Q -
560 —
e -
<.350 g . 335.2181 .
Q40 = 247.1300 C1s Haz O4 Na
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§30 = o O ®
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CE(18:2<O0H{9}>)
CE(18:2<O0H{13}>)
RT 23.6

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

[oxCE+Na]*

‘ Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 703.5636 NL: 1.36E7

[oxCE+Na]* 2471303 @ 3352100 @
[oxCE+NH,] ]
80
23.6 ]
1007 70
90 8 7
80 §60 ;
g ] 350 - s154724 @
ks %07 240 = C40Hes O3 Na
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g 407 30 3 ST C1s H3o O3 Na ® 7035647
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CE(18:1<20>) [oxCE+Na]*  XIC 705.5792 NL: 1.36E4
RT 23.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
337.2344 .
+
[oxCE+Na] Cig H3zs O; Na
[oxCE+NH,]* 100 5
+ 7
[oXCE+H] 90
80 -
1007 70 =
90 § .
80 560 E
70 250 4
g ] 230 7 705.5720
s 60 - 23. 240 2 Ca5 H7e O4 Na
£ 50 5 7
§ 40- @ 30
T 49 =
e %07 20 o
20 3
i |
0:—|—'—v—'— 0 e e e e s s e e sy s s e e ey 0 e e s s e s e e sy e s s s e s
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CE(18:1<O0H{10}>)
CE(18:1<O0H{11}>)
CE(18:1<O0H{12}>)
CE(18:1<O0H{13}>)
RT 24.0

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments containing oxChol

207.0992

XIC 705.5792 NL: 4.12E5

C1o0H16 O3 Na
207002 @ 100
+
[oxCE+Na] C1oH1 O3 Na %80
[oxCE+NH,]* 100 3 260 221.1149
[OXCE+H]+ 90 = %40 C11H1g03Na
. £ o J201.1635 226.9511  235.1305 249.1458
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] 0 1+ T T T — T —rL— —T T
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- 70 o /
QOt § E m/z
80 g 60 E ®
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3 30 CisHz203sNa @ 6174838 @
I - | 319.2246 C32 Hes ‘08 N Na
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CE(20:5<0OH>)
RT 23.1

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs Fragments containing oxChol

341.2085

XIC 709.5530 NL: 9.57E5

[oxCE+Na]* C20 H3o O3 Na
[oxCE+NH,]* 100 5
+ -
[oxCE+H] 90
80
70
@ -
€60 323.1081 &
e = C20 H2s O2 Na
S
§ §5O E
g 240 7
32 Ko} 3 709.5536
< €30 = C47H74 O3 Na
% 3 383.1404
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%l L
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CE(20:4<OH>)
RT 23.6

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

343.2243
Co2 H32 O3 Na

. 325.2143
Co H30 O2 Na

369.3517
C27 Hass

XIC 711.5687 NL: 2.94E6

711.5676
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[oXxCE+NH,]* 100 3
+ ]
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CE(20:3<0ox0>)
RT 24.2

. Fragments containing oxFAs

. Position-specific fragments

Relative Abundance

‘ Fragments related to water loss

Fragments related to other oxLPPs

. Fragments not containing oxFAs

343.2243 .
Co2 H32 O3 Na

[oxCE+Na]*

XIC 711.5687 NL: 1.30E5

711.5651
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CE(20:4<0>)
RT 25.0

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*
[OXCE+H]*
100 4 25.0 220
90
80
70
60
50
40
30
20
10
0
25.0
Time (min)

100

90

Relative Abundance
- N w N (@] (o] ~ (0]
o o o o o o o o

o

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 711.5687 NL: 5.25E4

3432240 @
Co2 H32 O3 Na
E 711.3751
. C47H76 O3 Na
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CE(20:3<OH>)

RT 24.2

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

345.2401

XIC 713.5843 NL: 1.43E6

[oxCE+Na]* C2 Hzs O3 Na
[oxCE+NH,]* 100 3
80
242 -
1007 70
90 - 3 ]
80 §60 E
o 707 350 -
2 60 2 40 3272007 @
k] = = —
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o 404 1 r 30 T . 47 H78 O3
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s %07 20
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CE(20:2<0OH>) [oxCE+Na]*
RT 24 .4

XIC 715.6005 NL: 4.37E4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
347.2555
100 C20H3s O3 Na
[oxCE+Na]* 8 o
[oxCE+NH,]* 100 3 geo
7 347.2555 3 329.2445
oxCE+H]* 3 <
[ ] 90 = Ca0 H3s O3 Na P 40 285.9895 C20H34 02 Na
3 © 20
80 2 \
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o
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CE(20:1<ep>) [oxCE+Na]*  XIC 715.6005 NL: 4.37E4
RT 24.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
[oxCE+Na]*
[oxCE+NH,]* 100 3
+H1* =
[OXCE+H] o0
80
245 .
100 70 E
90 8 -
3. -
80 ® 60 —
e 7
° 70 250 -
g 60 T
2 5 240 7 .
3 = -
3 40 30
8 3 . 347.2551 535.8123
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CE(1 8:3<0OH QQH{1 3}>) [oxCE+NaJ* XIC 717.5434 NL: 1.19E5
RT 20.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

349.1982
+
[oxCE+Na] C1s Hao Os Na
[oxCE+NH,]* 100 3
+HJ* =
[oxCE+H] 90 3
80 é
1005 2%° - ‘331.1869
203 70 — C1s H3o Os5 Na
90 8 =
c ]
80 $60 7 © 3131773
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< 1
60 o ]
50 240 7
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CE(18:2<30>)
RT 20.8

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

I

[oxCE+Na]*

. Fragments not containing oxFAs

351.2146 .
C1g H32 O5 Na

369.3503
C25 Hae Na

XIC 719.5590 NL: 1.45E5

719.5577
C45 H76 Os5 Na
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CE(18:2<0,00H{13}>)
RT 22.0

@ Fragments containing oxFAs @ Fragments related to water loss

. Position-specific fragments Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

[oxCE+Na]* c 12363': 025024 Na
[oxCE+NH,]* 100 3
+ -
[oXCE+H] %0 -
80 —
70 -
A=
o m
S60
2 -
o 350 ®
e < - .
g 240 1 351.2158
3 8 @ CreHa20s Na 631.4695
5 &30 < Ca40 Hes O4 Na
E 7 333.2012
§ 20 C1s Hao O4Na
“]
E(N 0 T il |
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CE(1 8:2<O{1 1 },OOH{'] 3}>) [oxCE+NaJ* XIC 719.5590 NL: 8.63E5
CE(18:2<0{Chol},O0OH{9}>)
RT 22.2

. Fragments containing oxFAs Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs Fragments containing oxChol
263.1252 @
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CE(18:2<0{11},00H{13}>)
RT 22.5
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CE(20:4<0OH,ep>) [oxCE+Na]*  XIC 723.5323 NL: 5.69E4
RT 19.9
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CE(20:4<0,0x0>)
RT 20.6

. Fragments containing oxFAs
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CE(20:3<20x0>) [oxCE+Na]*  XIC 723.5323 NL: 1.07E5
RT 22.0

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs
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CE(20:5<20H>)
RT 20.4

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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CE(20:5<0H{9},0H>)

RT 20.6

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss
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CE(20:5<00H{9}>)
CE(20:5<00H{12}>)
RT 22.9

. Fragments containing oxFAs

. Position-specific fragments

Fragments related to water loss

Fragments related to other oxLPPs
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CE(20:4<20H>)

RT 20.4

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(2();4<QH{9} OH>) [oxCE+Na]* XIC 727.5636 NL: 3.36E6
RT 21.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(2();4<QH{9} OH>) [oxCE+Na]* XIC 727.5636 NL: 1.07E6
RT 21.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs
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CE(20:4<OH{9},0H>)
RT 21.9

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

[oxCE+Na]*
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CE(20:4<OH,0{10}>)

RT 22.3

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss
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CE(20:3<OH,0{9}>)

RT 22.4

. Fragments containing oxFAs

. Position-specific fragments
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CE(20:4<O0H{15}>)
CE(20:4<00H{13}>)
RT 23.2

. Fragments containing oxFAs Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

. Position-specific fragments

Fragments related to other oxLPPs
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CE(20:4<O0H{15}>)
CE(20:4<O0H{12}>)

CE(20:4<O0H{9}>)
RT 23.4

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs
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CE(20:3<OH,0{9}>)

RT 21.6

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]*100
+
[oxCE+H] 90
80
21.6
100 70
90 ot
80 g 60
70 350
60 <
240
50 B
40 & 30
30 - 20
20
10 10
0 0
215
Time (min)

‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 729.5792 NL: 1.05E5

361.2339
C20 H34 O4 Na

. @ 3432233
_ C2 H32 O3 Na 729.5766
= C47H78 O4 Na
= ® 1910678
] CoH1203Na
N s s s s B s B i

100 150 200 250 300 350 400 450 500 600 650 700 750

m/z



CE(20:3<20H>)
RT 21.6

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs
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CE(20:3<OH,0{9}>)

RT 21.9

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs
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CE(20:2<0OH,ep>)
RT 22.7

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

[oxCE+Na]*

. Fragments not containing oxFAs
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CE(20:3<O0H{15}>)
CE(20:3<O0H{11}>)

RT 23.7

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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CE(20:3<O0H{15}>
CE(20:3<O0H{12}>
CE(20:3<O0H{11}>)
RT 23.9

[oxCE+Na]* XIC 729.5792 NL: 8.16E5
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. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
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CE(20:3<20>)

RT 24.2

. Fragments containing oxFAs

. Position-specific fragments

Relative Abundance

‘ Fragments related to water loss
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CE(20:1<ep,0>)

RT 24.5

. Fragments containing oxFAs

. Position-specific fragments
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CE(20:6<30>) [oxCE+Na]*  XIC 739.5272 NL: 2.51E4
RT 20.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
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CE(20:6<30>) [oxCE+Na]*  XIC 739.5272 NL: 8.20E4
RT 21.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(22:4<0>)

RT 24.4

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
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[oxCE+H]*
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‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs
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CE(20:5<OH,00H{15}>)
CE(20:5<0,00H{9}>)
RT 20.5

. Fragments containing oxFAs ‘ Fragments related to water loss

. Position-specific fragments Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 741.5428 NL: 3.16E5
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[oxCE+Na]* XIC 741.5428 NL: 2.18E5

CE(20:4<0x0,0H,0>)
RT 21.1

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments

Fragments related to other oxLPPs

m/z
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CE(20:3<0x0,0H,0>)

RT 21.9

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

XIC 741.5428 NL: 1.01E5

. Fragments not containing oxFAs
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CE(20:4<20H,0>)

RT 19.5

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]* 100 5
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‘ Fragments related to water loss

Fragments related to other oxLPPs
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. C20 H30 O4 Na

C20 H2s O3 Na

[oxCE+Na]*

. Fragments not containing oxFAs
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XIC 743.5585 NL: 2.40E5

743.5582
C47 H76 Os5 Na

20 - -
s 10 o
1Otg E“‘\I‘IH‘ \\ N 1 |
0 0 I I N D A N I O I B B

150 200 250 300

350 400 450 500

m/z

600 650 700 750



CE(20:4<20H,0>) [oxCE+Na]*  XIC 743.5585 NL: 6.46E5
RT 20.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
. 375.2140
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CE(20:4<20H,0>) [oxCE+Na]*  XIC 743.5585 NL: 1.62E6
RT 20.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(20:4<20H,0>)
RT 21.1

. Fragments containing oxFAs

. Position-specific fragments

[oxCE+Na]*

Fragments related to water loss . Fragments not containing oxFAs

Fragments related to other oxLPPs

XIC 743.5585 NL: 1.88E6
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CE(20:4<20H,0>)
RT 21.5

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[OXCE+Na]*  XIC 743.5585 NL: 4.29E5

. Fragments not containing oxFAs
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CE(20:4<0H,20>)

RT 22.1

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

Fragments related to other oxLPPs

[oxCE+Na]*

. Fragments not containing oxFAs

XIC 743.5585 NL: 1.49E5
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CE(20:3<0OH,ep,0>) [oXCE+Na]*  XIC 745.5741 NL: 5.43E4
RT 20.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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CE(20:2<ep,0H,0>)

RT 21.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxCE+Na]*
[oxCE+NH,]* 100

[oXCE+H]*
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‘ Fragments related to water loss

[oxCE+Na]*

Fragments related to other oxLPPs
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. Fragments not containing oxFAs

XIC 745.5741 NL: 8.27E4
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CE(22:6<20H>)
RT 20.6

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs

365.2088 ‘
C2 H3p O3 Na

347.1995 ‘
C22H2s O2 Na

383.2189
C2 H30 O3 Na
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CE(22:4<0OH,ep>) [oxCE+Na]*  XIC 753.5792 NL: 2.76E4
RT 21.6-21.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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[oxCE+Na]*

CE(22:6<20H,0>)
RT 18.6

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments Fragments related to other oxLPPs

XIC 767.5585 NL: 7.32E4
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CE(22:6<0H,20>)
RT 19.4

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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‘ Fragments related to water loss

Fragments related to other oxLPPs
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. Fragments not containing oxFAs
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CE(22;5<3Q>) [oxCE+Na]* XIC 769.5741 NL: 7.38E3
RT 21.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs
. Position-specific fragments Fragments related to other oxLPPs
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