Supplementary File 8.

MS2 spectra acquired using stDDA and wused for the
annotation of oxidized TG (0xTG) species in group pooled blood
plasma samples of obese non-diabetic (OND) and obese with type 2
diabetes (OT2D) individuals. Structure-related fragmentation i1ons
are colour-codes according to the legend provided. Annotated lipids

for each group pool are sorted by their precursor m/z.
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‘ Fragments related to water loss

‘ Fragments related to FA loss
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TG(1 6:0 16:0 1 8;2<Q|-|>) [oxTG+Na]*  XIC 869.7205 NL: 2.66E5
RT23.7
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TG(16:0 18:1 16:0<ep>)

RT 24.1

Relative Abundance
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0 18:1 16:0<ep>)
TG(16:0_16:0_18:1<ep>)
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0_18:2_18:2<0OH>)
TG(16:1_18:1_18:2<0OH>)
RT 23.0-23.2

. Fragments containing oxFAs ‘ Fragments related to water loss

. Position-specific fragments . Fragments related to FA loss
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TG(16:0_18:1_18:3<OH>) [oxTG+Na]*  XIC 893.7204 NL: 2.22E6
RT23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
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TG(16:0_18:1_18:2<0x0>)

RT 24.0

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0
TG(16:0_
RT 24.8
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TG(16:0 18:1 18:2<ep>)
RT 25.4

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0 18:1 18:2<OH>)
RT 23.4

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0_18:1_18:2<OH>) [oxTG+Na]*  XIC 895.7361 NL: 2.27E6
RT23.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
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TG(16:0_18:1_18:2<0>)
TG(18:0_18:2_16:1<0>)
RT 24.3
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TG(16:0_18:1_18:2<0>) [oxTG+Na]*  XIC 895.7361 NL: 8.07E4
RT 248
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TG(16:0 18:1 18:1<OH>)
RT 24.1
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TG(16:0 18:0 18:2<OH>)

RT 24.4

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

‘ Fragments related to FA loss

301.2157 ‘
C18H30 O2Na
319.2245 .
C1s8H32 O3 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

. 613.4772
C37Hes Os Na

579.5310
C37H71 04

e

XIC 897.7517 NL: 1.35ES5

Fragments related to other oxLPPs

897.7488
Cs5 H102 07 Na

641.5085 .
C3gH70 Os5Na

100

B

(11 [
RARERERRRERR

200 300

[vvwvvv LI L B L B L R

IRARERERARRRRRA

600

WHWHWHWHWHWVvwvvwvvv‘uwuv[vvwvvwvvwvvwvvv



TG(16:0 18:3 18:1<20H>)
RT 20.2
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‘ Fragments related to water loss

. Fragments related to FA loss
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TG(16:0 18:1 18:3<OH,0>)

RT 21.6

Relative Abundance
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"G(’] 6:1_18:1_18:2<20>) [oxTG+Na]* XIC 909.7154 NL: 1.48E5
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TG(16:0
TG(16:1~
TG(16:0_
RT 23.0

. Fragments containing oxFAs
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TG(16:0_1
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RT 23.3
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TG(16:0_18:1_18:1<OH,ep>)

RT 22.7

Relative Abundance
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[oxTG+NH,]*
[oxTG+H]*
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[oxTG+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

. Fragments related to FA loss Fragments related to oxFA loss

335.2189 .
C1s H32 O4 Na

XIC 911.7310 NL: 1.52E5

Fragments related to other oxLPPs

629.4741.
C37Hes O Na
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TG(16:0 _18:1_18:2<O0H{11}>) [oxTG+Na]*  XIC 911.7310 NL: 9.73E5
TG(16:0_18:1_18:2<O0H{13}>)
RT 23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100 =
[oxTG+H]* 90 4
100 =
N 80 .221.1149 629.4728.
90_- . C11Hie O3 Na C37Hes O Na
| e = ' C39Hes Os Na
70 gGO; C13H2003Na
@ __ < .
g 007 350 7 ® 7976254 @
£ 50+ PPNE 317.2082 C4sHgs O7 Na
< 40_‘ '~g40 - C18 H30 O3 Na 8236401.
% T 30 - o7TN7O Cso -H88 O7 Na
30 ] 3352185 @ Ca7Heo O4
20- 20? C18H3204Na
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e e L T T A O T T O N T
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TG(16:0 18:1 18:2<O0H{13}>)
RT 23.5

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

. Fragments related to FA loss

. 247.1303
C13H20 O3 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

599.5010

XIC 911.7310 NL: 4.68E6

Fragments related to other oxLPPs
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335.2190

C18H32 04 Na

377.2650
C21 H3g O4 Na

629.4728.

C37Hes Os Na

655.4918 .
C39Hes O Na

823.6412 .
Cs0Hss O7 Na

911.7328

|

100

L |
H

ml
an

Lm‘x [ ‘ | Ll 1y
e T

IRARARERNRAREE

200

|
tr

300

Il
LN AL R

T B l“l‘ luu.ll 1‘ “L’l
LA LN AN R RS R AN LA AN AN MRS RARE LA AR AN L



TG(16:0_18:1_18:2<O0H{10}>) [oxTG+Na]*  XIC 911.7310 NL: 4.68E6
TG(16:0_18:1_18:2<O0H{13}>)
RT 23.8

. Fragments containing oxFAs Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
823.6422 .
+
[oxTG+Na] CsoHes O7 Na
[oxTG+NH,]* 100
[OXTG+H]* 0
100 235 ]
90 80 3 599.4972
T . C37Hes OsN
80 | o 70 é 37 Aeg U4 Na .
70 €60 4 317.2082 577.5193 629.4753
| § E C18H3003 Na C37 H69 04 C37 Hee 06 Na
g 601 350 - 6554814 @
2 i < - 335.2178 .
S 50— o, - 567.4004 C39Hes Os Na
2 1 240 C18 H32 04 Na
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I o
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i 3 47 Hg2 O7
| 00 3 C13H2003Na 911.7269
f O
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o717 T 71 0 A'lwp'w'm””ww”w”w"w"'wl'w"w'w”x"‘w"w”'y'w"w"w”w”w'w"w"w”w”w'w"w"w"w”w'w”w"w"lw"w”w'w"w"w"w'w”w”
234 236 238 100 200 300 400 500 600 700 800 900

Time (min)
m/z



TG(18:2 18:2 18:2<OH>)

RT 22.5

. Fragments containing oxFAs

. Position-specific fragments

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

‘ Fragments related to FA loss

319.2240
C1gsH3203Na

‘301.2135
C1sH30 O2 Na
359.0287
Coa H/g O4 Na

. Fragments not containing oxFAs

[oxTG+Na]*

Fragments related to oxFA loss

637.4791 @
C39 Hes Os5 Na

621.4825
C39 Hes O4Na

599.5030
C39 He7 O4

XIC 917.7204 NL: 5.85ES5

Fragments related to other oxLPPs

917.7188
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TG(18:2_18:2 18:2<OH>) [oXTG+Na]*  XIC 917.7204 NL: 7.14E5
TG(18:1_18:2_18:3<OH>)
RT 22.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
917.7201
[oxTG+Na]* Cs7Hog O7 Na
[oxTG+NH,]* 100
[oXTG+H]* 90
100 - 22 ]
1 80 -
907 ] ® 637.4704 @
80- A ® 635.4649 C30Hes OsNa
70 £ 60 - 317.2090 Cao Hes Os Na
4 3 3 C18H300O3Na
8 60 Seq
c _050 |
£ 5] EORE © 3012137 PS G Hop O Na
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TG(18:1_18:2_18:3<OH>)
TG(18:2-18:2718:2<0OH>)
TG(16:0_18:2_20:4<0>)
RT 22.9

. Fragments containing oxFAs ‘ Fragments related to water loss

. Position-specific fragments ‘ Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 917.7204 NL: 7.14E5

Fragments related to other oxLPPs

917.7189

[oxTG+Na]* Cs7Heg O7 Na

[oxTG+NH,]* 100

oxTG+H]*

1(50— ]22-7 %07 ® 635.4639

i 80 C39 Hes Os Na
90 ®
80- 70 317.2087
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8 60 5
2 | 850
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2 40 ©
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. 20 — C1eH2s O2 Na . 601.5223 C41Hes Os Na
] 343.2229 Ca9 Heo O4 _—
. 10 C20H3203Na
10
| alﬂlxl‘l“lmumu“x ll wLu | ] l/l | l T H Ll
0 ij""y'w"w”w"w"w”w'w'”w'w"w'w"w"w”w”'y"w"""""w” AR R A A AN AR LA AR RN RARS LA RN RARE AN RARRRARY
22.5 100 200 300 400 500 600 700 800 900

Time (min)



TG(18:1_18:2 18:2<OH>)

RT 23.2

. Fragments containing oxFAs

. Position-specific fragments

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

. Fragments related to FA loss

-

301.2137 ‘
C1gH30 O2 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

623.4990

C39 Hegs O4 Na 637.4793.

XIC 919.7361 NL: 1.35E6

Fragments related to other oxLPPs

919.7337

C39 Hes Os5 Na

639.4943 @

601.5180
C39 Heo O4 C3goHes Os Na
319.2241.
C18H32 O3 Na
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TG(18:1_18:2_18:2<OH>)
TG(18:1718:1_18:3<OH>)
TG(16:0_18:2720:3<0>)
RT 23.3

[oxTG+Na]* XIC 919.7361 NL: 1.35E6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
+
[oxTG+Na] 919.7344
[oxTG+NH,]* 100
[oxTG+H]* 90 =
100 - 23,20 .
] 80
90 ] 301.2137 @ 637.4800 @
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TG(18:1_18:1_18:3<OH>)

TG(16:0_18:1_20:3<0x0>)
RT 23.6

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

. Fragments related to FA loss

. Fragments not containing oxFAs

[oxTG+Na]*

Fragments related to oxFA loss

Fragments related to other oxLPPs

XIC 919.7361 NL: 5.74ES

919.7333
637.4797 .
C39 Hes Os5 Na
317.2084 .
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TG(18:1_18:1_18:3<OH>)
TG(16:0_18:1_20:4<0OH>)

RT 24.0

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

‘ Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 919.7361 NL: 8.25E5

Fragments related to other oxLPPs

919.7348
E 317.2086 @ 637.4793@
B C1sH30 O3 Na C39Hes Os Na
E 3252144 @ 603.5363
- C20H30 02 Na C3o H71 04
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TG(18:1_18:1_18:2<ep>) [oxTG+Na]*  XIC 919.7361 NL: 1.17E5
RT25.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
317.2086 @
+
[oxTG+Na] C1s Hao O3 Na
[oxTG+NH,]* 100
[oXTG+H]* E
25.42 90 7
100 ) 7
90- 80 3
80 70
o a
i o 3
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- o a
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2 44 250 7
§ 50_ 5 1
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TG(181 181 182<OH>) [oxTG+Na]* XIC 921.7517 NL: 4.46E5
TG(18:0_18:1_18:3<OH>)
RT 23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* 921.7462
[oxTG+NH,]* 100 5
100 + E
T 80 —
: o
| 70 301.2136
80 -
1 & C18 Hao O2 Na 639.4927 @
70 - 560 o C39 Hes Os5 Na
i ° 3
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TG(18:1 18:1 18:2<OH>)
RT 23.7

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

. Fragments related to FA loss

319.2242 @
C1s8H32 O3 Na

301.2139 .
C1sH30 O2Na

[oxTG+Na]* XIC 921.7517 NL: 2.21E6

. Fragments not containing oxFAs

Fragments related to oxFA loss

639.4952 @

C39 Heg Os5 Na

625.5151
C39H70 04 Na

603.5344
C39H71 O4

Fragments related to other oxLPPs

921.7505
Cs7H10207 Na




TG(18:0_18:2 18:2<OH>) [oXTG+NaJ* XIC 921.7517 NL: 2.21E6
TG(16:0_18:1_20:3<OH>)
RT 23.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* 921.7492
[oxTG+NH,]* 100
[oxTG+H]* E
00— 2370 90
90 80 ;
80- 70 = @ 63407 o
i ot - 637.4793 C39 Heg O5 Na
70 - 560 C39 Hes Os Na
- g ©
8 60 350 . 641.5105
£ 50 < 319.2242 625.5151 CsoH70 OsNa
£ - .240 = C1gHa2 O3 Na C39H7004 Na
2 40 8 g
2 i &)30 . 327.2299 .
[0} -
© 30 - C20H3202Na
20 20 301.2130 @ 3452303 @ 203.0938 665.5101 @
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TG(18:1_18:1 _18:2<0>) [oXTG+NaJ* XIC 921.7517 NL: 1.38E5
TG(18:0_18:1_18:3<0>)
RT 24.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* c 31;.2083
18 H3o O3 Na
[oxTG+NH,]* 100 921.7496
+HJ* 3
[OXTG+H] 00 ]
100 ]
o0 80 -
80 .70 @ 0o0deu ®
o . 637.4783 C39 Hgs Os5 Na
70 _860 = C39 Hes Os5 Na
8 60 Sen 3
= 250 7
S i ]
2 =40 -
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5 &30 - C1gH32 O3 Na
X 30— -
] 20
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TG(16:0 _18:1 18:3<30>) [oxTG+Na]* XIC 925.7103 NL: 4.70E4
RT21.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100
+HJ* =
[OXTG+H] 00
100 4 .
90- 80 E ®
80: 70 349.1974
_ 8 I C1sH30OsNa
i Cpn
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8 60+ % 7
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TG(16:0 _18:1_18:3<30>) [oxTG+Na]* XIC 925.7103 NL: 4.89E4
RT23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100
[oxTG+H]* E
23,29 90 J
100 .
90 - 80 E
80 70 -
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70 ]
] 2 349.1982
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TG(18:1_18:2<0> 18:3<0>)

RT 20.6

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+NaJ* XIC 933.7154 NL: 1.13E5

. Fragments not Containing oxFAs Fragments related to other oxLPPs

Fragments related to oxFA loss

933.7116
. 317.2076 . 653556
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TG(16:1_18:1_20:4<0OH,0>) [oxTG+Na]* XIC 933.7154 NL: 1.69E5
TG(18:1_18:2_18:3<OH,0>)
RT 21.0

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss
933.7123
[oxTG+Na]+ Cs7Hggs Og Na
[oXTG+NH,]* 100 -
+ a
[OXTG+H] 00 -
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T 80 7
90 1 ]
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2 40 S
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O—"—r\¥, : : 04”\”\”w‘”\‘”\”w”‘\"w‘”\”w”‘\‘”\"w”w”w‘”\”‘\”w‘””w”w”‘\”w”"””w”‘\”w””‘”w‘”\”w‘””‘”w‘”\”w”‘”‘”w‘”\”w”“””
21.0 21.2 100 200 300 400 500 600 700 800 900

Time (min)



[oxTG+Na]* XIC 933.7154 NL: 1.69E5

G(16:1 _20:4<0OH,0>)
"G(18:2718:2718:2<20>)

"G(18:1 ~18:3<OH,0>)
"G(18:1718:1_18:4<20>)
"G(16:0_16:1_22:5<20>) RT 21.2

18:1
18:2
~18:2
~18:1

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

. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss

[oxTG+Na]+ . c 933.7189 \a
57 Hog Osg
[oxTG+NH,]* 100 7 3311883 sas2190 @
+ - C1g8H28 04 Na c H' OaNa
[oxTG+H] q oo R 341.2088
100 %0 1 £80 C20H3003Na
i 3 Seo
90 - 807 2 20 333.2039
- 5 _g C18H3004Na .
80- g0 5% ® 653.4753
8 3 0 T T T T T T L — L — — 651.4565 C H Os N
707 %60 ; 332 334 336 338 340 342 C39Hes O Na 39 Fes Us Na
g 601 250 - m
© -
ko) 7 < -
3 50 40 3 o o
e 40l 2% 359.2191 677.4758
= 7 o) = Ca20 H32 O4 Na C41Hes O Na
s . o 30 3 315.1921 O
14 30 4 E C18H.2803Na 3852349 .
20: 20 C22H34 O4 Na 679.4921
. . \ C41Hes Og Na
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TG(16:0_18:1_20:5<0H,0>)
TG(16:1_18:1_20:4<0OH,0>)
TG(16:0_18:2 20:4<OH,0>)
TG(18:1_18:1_18: 4<20>)
TG(18:1_18:2_18:3<20>)
TG(18:1_18:3_18:2<0OH,0>) RT 21.7

. Fragments containing oxFAs

[oxTG+Na]* XIC 933.7154 NL: 2.41ES

Fragments related to other oxLPPs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss

Time (min)

933.7144

+ +
[oxTG+Na] . B 125 2108 Cs7 Hog Og Na
[OXTG+NH4] 100 100 C1aH2s 04 Na . C1gH3204Na
oxTG+H]* 3
100[_ 21.44 ]21.69 21.89 90 §80 333.2038 ‘ ‘
: 3% C1g H30 O Na 339.1910 341.2108 O
90— 80 $40 C20H2803Na C20H3003Na 653.4753
] B 20 C39 Hes O Na
80 ] 870 g _ | | .
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o an ] .
§ ” ] §50 . C39 Hes Os Na
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£ i ©
3 @ 30 /
% 30 5172002 3502180 @ O
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Rk 18 F30 O3 % 577 5186 C41Hes Os Na
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TG(18:2_18:2_18:2<O0H{13}>)
RT 22.5

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 933.7154 NL: 5.39ES5

Fragments related to other oxLPPs

845.6260.
- . 335.2188 Cs2 Hge O7 Na
— C1gH3204Na
3 (oo
E g8 @0
- 3% 317.2101 ® ® CisH3g04Na
- <40 C1sH3 O 3Na 331.1873
3 2 C1gH28 04 Na
E g 20 | 933.7144
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TG(18:2
TG(18:1~
TG(18:1~
RT 22.6

. Fragments containing oxFAs

. Position-specific fragments

18:2 1
18:2”1
18:1_1

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]*
100 2248
90
80
70 2248
8 60
§ .
3 90
< .
2 40
© 4
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o 30 -
20
10
0 : Aﬁ
225
Time (min)
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8:4<0H,0>)
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‘ Fragments related to water loss

‘ Fragments related to FA loss

N A OO ©® O
o O o o o

Relative Abundance _,

o

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments relatato oxFA loss
333.2031

C1gH3004N
313.1787 ‘ s Te
C1aH2s03Na [ NV .
315. 1934 ‘ C1gH2s O4Na 335.2211
/ Ci1gH2803Na C1gH32 04 Na
317.2092
C18H3003Na
\l 1 1T \l 1T 1 1T T \I T 1 T T
315 320 325 330 335
m/z
C1sHs0 O4Na C39Hes O4 Na
. 651.4598 .
o 287.1623 567.4001 C39 Hes O Na
C16 Hz4 O3 Na Ca4 Hss O5 Na 6534743
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/

Fragments related to other oxLPPs

XIC 933.7154 NL: 5.39ES5

933.7132

. 845.6260
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TG(18:1 18:2<OH> 18:2<OH>)

RT 20.2

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]* 1

100 20,18
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 935.7310 NL: 3.20ES

Fragments related to other oxLPPs

935.7289
639.4948
C39 Hes Os5 Na
653.4733
C39Hes O Na
301.2126‘
C1g H30O2Na
319.2242.
\ C18H3203Na
““‘ln”luxl T L] T T |
SRR R R AN R L RS R R R RS R R LR RN R MRS RARN AN LR RARE RN AN RAR T T T RN BN RARR RARERES
100 200 300 400 500 600 700 800 900



TG(16:0_1
TG(18:1_1
TG(18:1_1

RT 22.2

8:1
8:2
8:1

_20:4<0H,0>)

[oxTG+Na]*

~18:2<20>)
~18:3<OH,0>)

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]*
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80

70—
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50

40

30

Relative Abundance
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‘ Fragments related to water loss

‘ Fragments related to FA loss

. Fragments not containing oxFAs

Fragments related to oxFA loss

359.2189

XIC 935.7310 NL: 2.72E6

Fragments related to other oxLPPs

C20H3204Na 935.7291
5 o ®
égo . 335.2188
° C1sH3204Na  341.2188 .
3% ‘ 333.21025 C20H3003 Na
§40 C1gH3004Na 655.4891
2 315.1928
20 JC1gH2s O3Na ’ C3gHes Os Na
= 0 - ‘ L | N — L L L
320 330 340 350 360
m/z .
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. C39 Hes Op Na .
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TG(18:1_18:2 18:2<00H{13})
TG(18:1_18:1_18:3<20>)

RT 23.1

. Fragments containing oxFAs

. Position-specific fragments

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

100 23,05

90

80
70+
. P3
60
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40 -

30+
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Relative Abundance
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 935.7310 NL: 1.45E6

Fragments related to other oxLPPs

655.4911
C39Hsg Os Na

335.2185
C N [
10 18H3204 Na ®100 “\ .
2 @ ® € g0 oo, | 847.6407
° . |
317.2076 Qi?_zﬁz,\fa 560 CasHeosOs  623.4977 Cs2Hgs O7 Na
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2
!
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TG(1 81 181 18:2<0O OH>) [oxTG+Na]*  XIC 937.7467 NL: 1.35E5
RT22.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100 9, 937.7426
+ =
[oxTG+H] . 655.4902
100 — 2291 90 C39 Hes O Na
o0 - o
80 70 3 335.2190
1 o . C1sH32 04 Na
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8 n _860 —
§ 60 € 7
g 250 -
£ 50— i ]
g ] 240 - ®
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@ 30: &30{ C18H30 O3 Na
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v - | il
0 ] \HHM\H‘HI\ | ] | ‘ 1) ] |
225 23.0 O — T e P [T T T T T T T T T T T T T T T T T T L L R I LAY RN L I AL LAY LS AN R AL LARE LA
Time (min) 100 200 300 400 500 600 700 800 900



TG(18:1_18:1_18:2<O0H{13}>)
RT 23.6

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]6+
23
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‘ Fragments related to water loss

. Fragments related to FA loss

317.2077 ‘
C18H30 O3 Na

247.1306
C13H20 03 Na 335.2187.

C1sH32 04 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

603.5336
C39H71 04

567.4016
C34 Hs6 O5 Na

XIC 937.7467 NL: 3.40E6

Fragments related to other oxLPPs

625.5164
Ca3gH7o O4Na

655.4897
C39 Heg O Na

849.6569
Cs2Hgo O7 Na

937.7436
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TG(18:1_18:3<0> 18:2<20>) [oXTG+Na]*
RT 20.3

Relative Abundance

XIC 949.7103 NL: 6.92E4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100 —
[oxTG+H]* 90 =
100 — 20.18 20.33 -
. 80 — 949.7183
90 — E C57 H98 09 Na
80 007
1 260 2
0] A o
60 350 7 ® 333.2027 667.4530 861.6134
50: o - C1sH30 O4 Na C3gHes O7 Na Cs9Hg2 O3 Na
] £40 7 ) 317.2091
40 23 = C18H30 O3 Na
. sl 227.1013
i 20 C13H16 O2 Na
20 -
1 |
20.0 20.5 100 200 300 400 500 600 700 800 900
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TG(18:1_18:1_18:4<30>)
TG(16:0_18:1_20:5<30>)
RT 21.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]*
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. Fragments related to water loss

‘ Fragments related to FA loss

373.1960
. C20H3005Na

347.1822
C1gH2s OsNa

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 949.7103 NL: 5.96E4

Fragments related to other oxLPPs

667.4509
C39Hgs O7Na .

693.4669
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TG(16:0_18:1_20:5<30>)

[oxTG+Na]*

RT 21.8

Relative Abundance

. Fragments containing oxFAs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss

XIC 949.7103 NL: 5.53E4

Fragments related to other oxLPPs

[oxTG+Na]*
[oxTG+NH,]* 100
oxTG+H]*
150_ iy 90
90+ 80 949.7062
60 1.64 84 70 . Cs7 Hgg OgNa

1 3
70- £ 50 373.1979
60 2 C20H3005Na

i 350 ®
50 - <

(0]

o 240 667.4584

] %30 C39Hes O7 Na .
30 o 693.4713
20: 20 C41Hes O7 Na
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TG(18:1_18:2<0>_18:2<O0H{13}>)

RT 20.1

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[OXTG+H]*
20.0
100
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‘ Fragments related to water loss

. Fragments related to FA loss

317.2198
C1gH30O3Na

. Fragments not containing oxFAs

319.2229
C18H3203Na

[oxTG+Na]*

Fragments related to oxFA loss

863.6360

XIC 951.7259 NL: 3.90ES

Fragments related to other oxLPPs

Cs2 Hgg Og Na

655.4933
C39Hes Os Na

639.4957 951.7266
. . C39Hes Os Na . Cs7H100 O9 Na
335.2198 669.4700
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TG(18:1_18:1_18:3<30>)
TG(16:0_18:1_20:4<30>)

RT 21.2

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]* 100
[oxTG+H]* 920
100 -
90_' 80
80 70
20,06 2101 8
o 707 360
g 5
£ %07 350
< 50 )
2] £40
S 40+ o)
. 30
30
20_' 20
104 10
0— T T T T 0
20.8 21.0 21.2
Time (min)

. Fragments related to water loss

‘ Fragments related to FA loss

349.1982
C1gH3005Na

375.2163
Coo H32 Os5 Na

[oxTG+NaJ* XIC 951.7259 NL: 3.47E4

. Fragments not Containing oxFAs Fl‘agments related to other oxLPPs

Fragments related to oxFA loss

951.7183

669.4684
C39Hes O7 Na

695.4760
C41Heg O7Na

100

‘ vv[vvv[vvwvvv[vvv‘Hv[vvv[vvv[vvv[vvv T

200



TG(16:0 18:1 20:3<ep,00H{15}>)
RT 22.1

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

. Fragments related to FA loss

375.2139
C20H3205Na

. Fragments not containing oxFAs

[oxTG+NaJ* XIC 951.7259 NL: 9.20E4

Fragments related to other oxLPPs

Fragments related to oxFA loss

863.6401
Cs2 Hgg OgNa

951.7130
Cs7 H10009Na

669.4650 695.4807
C3gHes O7 Na Cy41 Heg O7 Na

287.1256 577.5171
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TG(1 6:1 181 1 6:()<O|_|>) [oxTG+Na]* XIC 869.7205 NL: 2.52E5
RT 23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100
+ -
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80
100 - 2R 70 5
90 g 3
- 60 —
Sot g E
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TG(16:0 16:0 18:2<OH>)
RT 23.7

. Fragments containing oxFAs @ Fragments related to water loss

. Position-specific fragments . Fragments related to FA loss

. Fragments not containing oxFAs

[oXTG+Na]*  XIC 869.7205 NL: 2.70E5

Fragments related to other oxLPPs

Fragments related to oxFA loss

[oxTG+Na]* 613.4804 @ 869.7183
C37 HGG 05 Na C H O N
[oxTG+NH,]* 100 5 53 Hog O7 Na
+ .
[oXTG+H] 90
80 —
100 23.7 70 é
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TG(16:0 _16:0 18:1<ep>) [oxTG+Na]*  XIC 869.7205 NL: 3.51E4
RT 24.3

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100 5
+ -
[oxTG+H] 90
80
100 24.3 20 ;
1 560 -
80- 3 7 869.7144
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TG(16:0_18:2_18:2<OH>) [oxTG+Na]*
TG(16:1_18:1_18:2<OH>)
RT 23.2

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

23.1

100

() —e————
23.0
Time (min)

100

Relative Abundance

©
o

(0]
o

~
o

[e2]
o

(&)
o

S
o

w
o

N
o

N
o

o

‘ Fragments related to water loss . Fragments not containing oxFAs

. Fragments related to FA loss Fragments related to oxFA loss

613.4804
C37 Hes Os5 Na

611.4651

597.4854

Ca7 Hes 04 N
319.2245 @ s7Tee 4 A

C18 H32 O3 Na
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XIC 893.7204 NL: 2.24E6

Fragments related to other oxLPPs
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TG(16:1_18:1_18:2<0OH>)
TG(16:0_18:1_18:3<OH>)
RT 23.3

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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[oxTG+Na]*
[oxTG+NH,]*
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 893.7204 NL: 2.24E6

Fragments related to other oxLPPs

613.4794
C37Hes Os5 Na

893.7198
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TG(1 6:0 181 18: 2<OXO>) [oxTG+Na]* XIC 893.7204 NL: 5.85E5
RT 24.0

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
317.2086 @
[oxTG+Na]* C18 H3o O3 Na
[oXTG+NH,]* 100 3
[OXTG+H]+ 90 é
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TG(16:0_18:1 18:3<0>)
RT 24.6

. Fragments containing oxFAs @ Fragments related to water loss

. Position-specific fragments . Fragments related to FA loss

[oxTG+Na]*
[oXTG+NH,]* 100 3
[OXTG+H]+ 90 :
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[oxTG+Na]* XIC 893.7204 NL: 7.14E4

. Fragments not Containing oxFAs Fragments related to other oxLPPs

Fragments related to oxFA loss
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TG(1 6:0 181 1 8:2<ep>) [oxTG+Na]* XIC 893.7204 NL: 3.85E5
RT 254

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
. @ 172087
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TG(16:0 18:1 18:2<OH>)

RT 23.5

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 895.7361 NL: 6.83E5

Fragments related to other oxLPPs
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TG(16:0_18:1_18:2<0>)
TG(16:0_18:0_18:3<0>)
RT 24.7

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

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

. Fragments related to FA loss

.317.2093
C1gH3003 Na

[oxTG+Na]*

. Fragments not containing oxFAs

C1sH32 03 Na

Fragments related to oxFA loss
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639.4962 ’
C39 Hes Os Na

895.7349
Cs5 H100 O7 Na

100

200 300

700



TG(1 6:0 181 18:1 <QH>) [oxTG+Na]*  XIC 897.7517 NL: 3.43E5
RT 24.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
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TG(16:0_18:0_18:2<OH>)

RT

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss
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[oxTG+Na]* XIC 897.7517 NL: 3.43ES

. Fragments not Containing oxFAs FragmentS related to other oxLPPs

Fragments related to oxFA loss
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TG(16:0 18:0 18:2<0>)
RT 24.6

. Fragments containing oxFAs ‘ Fragments related to water loss

. Position-specific fragments . Fragments related to FA loss

[oxTG+Na]* XIC 897.7517 NL: 3.43ES

. Fragments not Containing oxFAs FragmentS related to other oxLPPs

Fragments related to oxFA loss
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TG(1 6:0_1 8:3_1 8:1 <20H>) [oxTG+Na]*

RT 20.1

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*

[oXTG+NH,]* 100 3
[OXTG+H]+ 90
80 —
1004 2K 70
. 8 .
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70 350 E
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Time (min)

‘ Fragments related to water loss . Fragments not containing oxFAs

. Fragments related to FA loss Fragments related to oxFA loss

XIC 909.7154 NL: 2.99E5

Fragments related to other oxLPPs
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TG(16:0 _18:1_18:3<OH,0>) [oxTG+Na]*  XIC 909.7154 NL: 8.98E4
RT 21.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
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TG(16:0_18:1_18:3<20>)
TG(16:1_18:1_18:2<20>)
RT 21.8

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments
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‘ Fragments related to water loss

. Fragments related to FA loss
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. Fragments not containing oxFAs

Fragments related to oxFA loss
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TG(16:1_18:1_18:2<20>) [oxTG+Na]* XIC 909.7154 NL: 1.18E5
TG(16:0_18:1_18:3<20>)

TG(16:0_18:2_18:2<20>)

TG(16:0_16:0_20:4<20>)

RT 22.1

. Fragments containing oxFAs Fragments related to other oxLPPs

‘ Fragments related to water loss . Fragments not containing oxFAs

Fragments related to oxFA loss

. Position-specific fragments

. Fragments related to FA loss
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TG(16:0_18:1 _18:2<OH,ep>) [oxTG+Na]*  XIC 909.7154 NL: 1.85E6
TG(16:0_18:2 _18:1<OH,ep>)
RT 22.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
3332034 @
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TG(16:0 1
TG(16:0_1

RT 23.0

8:2<00H{13}>)
8:3<O0H{13}>

8:2 1 [oxTG+Na]* XIC 909.7154 NL: 1.85E6
81 1

Fragments related to other oxLPPs

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

. Fragments not containing oxFAs

Fragments related to oxFA loss

821.6260.
[oxTG+Na]* Cog Hes O7 Na
[oXTG+NH,]* 100 3
+H]* 4
[oxTG+H] 90 - P 597.4851 s204747®
4 333.2033 C37Hes O4 Na G Hes O« Na
80 7 C1gH30 04 Na 37166 Ve
] . 575.5026
70 317.2088 Car Her O, 653.4752
§ - C1sHs0 O3 Na C39 Hes O6 Na
g 60 —
2 3 315.1922 @ @565.3859 [
350 CisHas O3 Na Ca4 Hss Os Na 655.4874
3 2 = 1Tz C3oHes OgNa
3 240 @ 271504 2352103 ®
E Y 7 C13H2003Na '
% & 30 C1s H32 04 Na
2 -
§ 20 E . ‘ 909.7120
bl | 1S ®
0 —rp———— 0 ﬂ‘\w\‘\‘!‘\‘\“HU‘\H\"\‘\‘I‘\‘\‘\‘\}\“\‘\‘I“l‘“\‘\Hm“‘\“H‘\"\H“\‘1‘H“l"H\“HH“".‘\H‘“H“.I"\“m\"\H‘u”“H\‘\‘\"u“\‘l"ml“\hw““\w]“‘“lm“" “l‘“““l““‘ . “H|“H ‘
123.0 100 200 300 400 500 600 700 800 900
Time (min)

m/z



TG(16:0_18:1_18:1<OH,ep>)

RT 22.7

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oXTG+H]*
100 228
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‘ Fragments related to water loss

. Fragments related to FA loss
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[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss
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TG(16:0_18:1_18:2<00H{11}>)
TG(16:0_18:1_18:2<O0H{13}>)
RT 23.3

. Fragments containing oxFAs Fragments related to water loss

. Position-specific fragments ‘ Fragments related to FA loss

[oxTG+Na]* XIC 911.7310 NL: 4.23E6

. Fragments not Containing oxFAs Fragments related to other oxLPPs

Fragments related to oxFA loss

[oxTG+Na]*
[oXTG+NH,]* 100 3
[OXTG+H]+ 90 E
80 629.4710.
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TG(1 6:0 181 1 822<OOH{1 3}>) [oxTG+Na]* XIC 911.7310 NL: 4.23E6
RT 23.5

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
. 8236415 @
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[oXTG+NH,]* 100 3
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TG(16:0 _18:1_18:2<O0H{9}>)
TG(16:0_18:1_18:2<00H{13}>)

RT 23.7

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments
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Fragments related to water loss

. Fragments related to FA loss

195.0993

C9 H16 O3 Na
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C18H30 O3 Na
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[oxTG+Na]*

‘ Fragments not containing oxFAs

Fragments related to oxFA loss

|
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XIC 911.7310 NL: 4.23E6

Fragments related to other oxLPPs
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TG(1 6:0 180 1 822<OOH{1 3}>) [oxTG+Na]*  XIC 913.7467 NL: 1.32E5
RT 24.3

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

. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
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TG(1 82 18:2 1 8:2<O|_|>) [oxTG+NaJ* XIC 917.7204 NL: 3.82E5
RT 22.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
- 637.4790 .
[oxTG+Na] Cas Hes O5 Na 917.7196
[oxTG+NH,]* 100 3 Cs7 Heg O7 Na
80 -
100 2= 70 7
] o
got Q 60 = 621.4825
80 - 5 . C39Hes O4Na
i -
70 - 850
- < 3 319.2246 ®
607 =40 o C1s H32 O3 Na
50 % E
40~ e 30 3 ©301 2142
30 20 C18H30 Os Na 599.5039
20 - ] C39He7 O4
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TG(18:2 18:2 18:2<0>)
TG(18:1_18:2_18:3<OH>)

RT 23.0

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*

[oXTG+H]*

80

70
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50

23.0

100 4
QO_A

0 ~—

30

20+

10

0 —=

g

22.8

1
23.0
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90
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. Fragments related to water loss

‘ Fragments related to FA loss

317.2088.
C18 H30 O3 Na

319.2243 .
C1g H32 O3 Na

299.1999
C1s H2s O2 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

. 635.4645
C39 Hgs Os Na

XIC 917.7204 NL: 3.53E5

Fragments related to other oxLPPs

637.4797
C39 Hes O5 Na

917.7195
Cs7 Hos O7 N&

m/z

601.5220
357.2408 C39 Heg O4
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TG(18:1_18:2_18:2<ep>) [oXTG+Na]*
TG(18:1_18:2 18:2<0x0>)

RT 24.7

. Fragments containing oxFAs

Relative Abundance

. Position-specific fragments

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

24.7

Time (min)
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‘ Fragments related to water loss . Fragments not containing oxFAs

. Fragments related to FA loss Fragments related to oxFA loss

317.2087 @
C1sH30 03 Na

I

l

XIC 917.7204 NL: 1.08E5

Fragments related to other oxLPPs

. 635.4623
C39 Hes Os5 Na

637.4786 .

Cs9Hes Os Na 917.7261
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TG(18:1_18:2 18:2<OH>)

RT 23.2

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 919.7361 NL: 1.09E6

Fragments related to other oxLPPs

[oxTG+Na]* 919.7340
[oxTG+NH,]* 100 3
80 -
23.2 =
100 L7075 637.4795 @
_ Qo . C39 Hes O5 Na
90_ %60 3 39 66 5
. P o
70 350 - 319.2244 623.5009 639.4952 &
. 2 40 E C1s H32 O3 Na C3gHes O4Na C39Hes Os Na
50 I
. & 30 5
407 - 301.2135 ‘ 601.5187
30 20 — C1sH30 02 Na Cao Heo O4
20 -} . .
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TG(18:1_18:2 18:2<0>)
TG(18:1718:1~18:3<0>)
TG(16:0_18:2720:3<0>)
RT 23.3

. Fragments containing oxFAs ‘ Fragments related to water loss

. Position-specific fragments . Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

637.4790

XIC 919.7361 NL: 1.09E6

Fragments related to other oxLPPs

C39 Hes Os5 Na

623.5005
C39Hes O4Na

601.5206
C39 Heo O4

639.4955 @
C39 Hes Os Na

663.4951 .
C41 Hes O5 Na

919.7347
Cs57 H1o0 O7 Ne

[oxTG+Na]*
[oxTG+NH,]* 100 7
+ 3
[oxTG+H] %0
80
100 222 70 -
90 g A 317.2086 @
80 gGO E C18H30 O3 Na
i g 50 .
70 — Qo _
60 S 319.2245 @
] =40 C18 H32 O3 Na
50 - % E
40: r 30 é
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TG(18:1_18:1_18:3<OH>)
TG(18:1718:2718:2<0>)
TG(16:0_18:2720:3<0>)
TG(16:0_18:1_20:4<0>)
RT 23.5

. Fragments containing oxFAs

[oxTG+Na]* XIC 919.7361 NL: 9.68E5

Fragments related to other oxLPPs

‘ Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments ’ Fragments related to FA loss Fragments related to oxFA loss

[oxTG+Na]* 919.7343
[oXTG+NH,]* 100 3
80 é
- £09.1986 ‘ 637.4796 .
100 70 ' C39 Hes O5 Na
- Q C1sH28 O2Na .
90 -
o0 § 60 317.2085
j 5 C1s H30 O3 Na
0] 350 109002 @ 639.4943 @
e ] ° . C39Hes Os Na
§ 60 236 =40 C1 H3s2 O3 Na
R & 30 343.2242 @ 2085928 ®
T i C20Hs3203Na 39 M7 Y4
§ 30_ 20 2612212 663.4972
20 . C41 Heg Os5 Na
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TG(18:

1_18:3<OH>)

1 18:
TG(16:0 18:2 20:2<0x0>)
TG(16:0_18:1_20:4<OH>)

RT 24.0

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]* XIC 919.7361 NL: 6.47E5

. Fragments not Containing oxFAs Fragments related to other oxLPPs

Fragments related to oxFA loss

919.7348
[oxTG+Na]+ Cs57 H100 O7 Na
[oxTG+NH,]* 100 5

= 317.2086 @ 637.4796
80 = C1g H30 O3 Na C39 Hes O5 Na
24.0 .
100 70 o
90] 8 3 325.2144 @ 639.4048 @
4 560 C20H3002Na 603.5374 C39 Heg O5 Na
80,38 g 5 E . C39H71 04

g "] 27 5 343.2241 599.4981

§ %7 240 7 C20Hzz O3 Na Ca7 Hes O4 Na

5 50 5 663.4955 @

< i o 30 7 C41 Hes Os Na

40 41 68 5
£ o ] 3452400 @
$ 3] 20 - 299.1991 @ C20H34 O3Na 577.5175
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TG(18:1_18:1_18:2<0x0>)

RT 25.3

TG(18:1_18:1_18:2<ep>)

RT 25.4

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]* 100 7
[oxTG+H]* 90

80 —

Relative Abundance
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‘ Fragments related to water loss

. Fragments related to FA loss

317.2087 ‘
C1g H30 O3 Na

357.2410

1|

[oxTG+Na]* XIC 919.7361 NL: 2.20E5

. Fragments not Containing oxFAs Fragments related to other oxLPPs

Fragments related to oxFA loss

637.4811 ‘

C39 Hes O5 Na 919.7352

Cs7 H100 O7 Na
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TG(18:0_18:2 18:2<OH>) [oXTG+Na]*  XIC 921.7517 NL: 3.21E5
TG(18:0_18:1_18:2<ep>)
RT 23.4

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* 921.7462
[oxTG+NH,]* 100
+HT* ]
[oxTG+H] 90
80
100 E
. 9 07 630.4944 @
7] c i C39 Hes Os Na
. 60 —
80 3 3 301.215 @ 637.4797 @
- S 3 C1s Hso O2Na
_ 3 4 C39 Hes Os Na
70 250 7
60 PE 317.2000 @
i =40 7 C1s H30 O3 Na
50 2 .
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TG(18;1 18:1 18:2<O|_|>) [oxTG+NaJ* XIC 921.7517 NL: 3.21E5
RT 23.7

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* 921.7492
100
[oxTG+NH,]* ] PY
[oXTG+H]* 90 = 639.4949
- C39Hes O5 Na
80 —
100 - 70 -
4 8 7
%07 S 60 =
0] e
70- 350 3 301.2135 @
60 240 C1s H30 Oz Na ® 625.5134
50 2 3. 3 319.2247 C39H70 04 Na
40 o 30 3 C1sH32 O3 Na
30 20 = 603.5320
. = 265.2522 339.2890 Cao H71 04
o N 11T M 1
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TG(18:1 18:1 18:2<OH>)
TG(16:0_18:1_20:3<OH>)
23.9

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 921.7517 NL: 1.80E6

Fragments related to other oxLPPs

[oxTG+Na]* 921.7497
[oXTG+NH,]* 100 3 :
oxTG+H]* =
[ ] 90 3 639.4951 ®
80 — C39 Hes Os5 Na
70 -
§60 ] 637.4800 @
© = C39 Hes Os Na
A 3192047 ® 9T
250 - C1 H32 O3 Na
8 < 3 625.5167
s =40 7 301.2139 ‘ @ C39H70 04 Na
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© 7
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TG(1 80 181 1 8:3<O>) [oxTG+Na]* XIC 921.7517 NL: 1.01E5
RT 24.9

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
921.7506
+
[OXTG"‘NE\] Cs57 H102 O7 Na
[oXTG+NH,]* 100 4 317.2000 @
[OXTG+H]+ 90 é C1s H30 O3 Na
80 -
100 24.8 70 3
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TG(16:0 _18:1_18:3<30>)

RT

. Fragments containing oxFAs

. Position-specific fragments

22.0

[oxTG+Na]*
[oxTG+NH,]*
[oXTG+H]*
100 220
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

O ® 6434550

XIC 925.7103 NL: 3.65E4

Fragments related to other oxLPPs

925.7021
349.1986
C37Hes O7 Na
C18H3005Na 37 Me4 V7 .
669.4670
C39Hgs O7 Na
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TG(16:1_18:1_20:4<20>) [oxTG+Na]*  XIC 933.7154 NL: 9.25E4
TG(16:0 _18:2 20:4<20>)

TG(18:1_18:2 18:3<20>)

RT 21.1

. Fragments containing oxFAs . Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss
933.7154
[oxTG+Na]* Cs7 Hgg Og Na
[oxTG+NH,]* 100 7
80
100 1 70 -
_ o .
90 2 60 E . .
80 A 651.4556 653 4750
70 250 o C39 Hes Os Na C39Hes O6 Na
8 . < ]
% 60 — 240 ]
° 4 = 7
5 50 ] 3 . 677.4709
2 1 ¢ 30 - 333.2044 Ca41Hes Os Na
o 40 39 O
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N H\ ] | | I
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TG(16:
TG(18:
TG(16:
RT 21.5

. Fragments containing oxFAs

0_18:2_20:4<0,0H>)
1 18:1_18:4<20>)
0 _16:1_22:5<20>)

. Fragments related to water loss

. Position-specific fragments ‘ Fragments related to FA loss

[oxTG+Na]* XIC 933.7154 NL: 1.40E5

. Fragments not Containing oxFAs Fragmen’[S related to other oxLPPs

Fragments related to oxFA loss

359.2185 933.7145

[oxTG+NaJ* 100 ® Cz0Haz O4la Cs7 Hgs Og Na
[oxTG+NH,]* 100 2 o ®
xTG+H1* 4 2 331.1878 341.2072
[oxTG+H] %0 5 g0 Cis Has O4 Na C20H3o O3 Na
. o 40
— =
80 3 S 20 ®
-] 14
100 21.5 70 - 0 T T T T T T T T 1 T T T T T T T T T T T T 653.4753
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80 S 3
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TG(16:0_18:1
TG(16:0_18:2~
TG(18:1°18:1
RT 21.8

. Fragments containing oxFAs

_20:5<0H,0>)
20:4<OH,0>
~18:4<20>) - ISF

[oxTG+Na]*

Fragments related to water loss . Fragments not containing oxFAs

. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss

357.2033 .

C20H3004Na

339.1936
C20H28 O3 Na

XIC 933.7154 NL: 1.57ES

Fragments related to other oxLPPs

933.7143

[oxTG+Na]* Joo 331.1870 Cs7 Hes Os Na
_ C1gH28 04N
[OXTG+NH,]* 100 3 g803 si7208 7" % ® °
+ 1 Seo CreHaOsNa 341.2079 359.2187
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TG(18:1_18:2
TG(16:0_18:2
TG(16:0_18:1
RT 22.3

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]* 100
+
[oxTG+H] 90
80
100 2 70
1 225 & 60
80t '§
9 70 2 50
5 807 240
S 504 o
< ¥ 30
g 407 «
S 30 20
° ]
20
10 10
0 T T T T O
222 22.4 22.6
Time (min)

Fragments related to water loss

‘ Fragments related to FA loss

18:3<O0H>)
720:4<20>)
720:5<00H>)

333.2037.
C18 H30 O4 Na

339.1925
C20 H2s O3 Na

357.2046

C20Hs30O4 Na
315.1928

C18 H2os O3 Na

359.2192
C2 H32 O4 Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

651.4565
C39Hes O Na

565.3857
C34 Hs4 Os5 Na

653.4736 .
C39 Hes O6 Na

XIC 933.7154 NL: 2.25E5

Fragments related to other oxLPPs

933.7168
Cs7Hgg Og Na

677.4753
C41 Hes O Na

845.6280
Cs2Hgs O7 Na

™



TG(18:1_18:1_18:4<20>
TG(18:1718:2718:3<20>
TG(18:2718:2718:2<20>
TG(16:0_18:1_20:5<20>)

. Fragments containing oxFAs

. Position-specific fragments

‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 933.7154 NL: 2.25E5

Fragments related to other oxLPPs

[oxTG+Na]* B
[oxTG+NH,]* %0 3 933.7133
[oxTG+H]* 90 — @:331.1876 ®
. C1g Hos O4 Na 333.2031
80 — C18H30 O4 Na
. 22 70 - o
)70 1521020 o 8
90 %60 . C18H3204Na 6514578
80 R 2 = C3g Hes O6 Na
4 =} i \
70 250
8 < 3 @27 120 ®
g 607 240 7 C13H20 03 Na 357 2034
€ 5 8 o \ : 677.4755
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TG(18:1_18:2<OH>_18:2<0OH>)
RT 20.2

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oXTG+H]*

100 202

90
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60
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30

20
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0 T T T T
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‘ Fragments related to water loss

. Fragments related to FA loss

1\‘\ I

i

L

319.2245
C18 H32 O3 Na

301.2133‘
C18H30 O2Na 359.2557
i ‘ C21 H3s O3 Na
| i |

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 935.7310 NL: 3.13E5

Fragments related to other oxLPPs

935.7286

639.4962
C39 Hegs Os5 Na

[N

653.4737
C39 Hes Os Na
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TG(18:1_18:2 18:2<20>)
TG(18:1_18:1_18:3<OH,0>)
RT 22.1

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

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

100 - 22

90 -

80 -

70

60 -

50 -

40-

30

20 -

10-

[ S
220 222
Time (min)
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‘ Fragments related to water loss .

. Fragments related to FA loss

‘32

@ 3332039
C1g H30 04 Na

3.1992

C2 H2s O2 Na

315.1928
C1gH2s O3 Na

341.2079
C20 H3o O3 Na

359.2184
C2 H32 O4 Na

[oxTG+Na]*

Fragments not containing oxFAs

Fragments related to oxFA loss

653.4744
C39 Hes O6 Na

XIC 935.7310 NL: 2.00E5

Fragments related to other oxLPPs

679.4915
C41 Hes O Na

935.7296

m/z

577.5199
191.0687 C37Heg9 O4
PPN
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TG(18:1_18:1_18:3<OH,0>)
TG(16:0_18:1_20:4<OH,0>)
RT 22.8

Relative Abundance

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oxTG+H]*
100 23.1
90 -
80 -
70 23.1
60 —
50 -
40-
30-
20 -
10
0 — e
23.0
Time (min)

100

Relative Abundance
—_ N w N (6] (o] ~ (0] [(e)
o o o o o o o o o
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‘ Fragments related to water loss

. Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

333.2030 .
C18 H30 O4 Na

315.1936
C18H2s O3 Na

I
EEBARERERRRARRRN IR RARE RS RERE

341.2100
C20 H3p O3 Na

359.2184
C2 H32 O4 Na

Fragments related to oxFA loss

XIC 935.7310 NL: 8.64E5

Fragments related to other oxLPPs

653.4742 .
C39 Hes O Na

679.4875 .
C41Hes O Na

935.7292

100

200

300



TG(18:1_18:1_18:3<OOH{13}>)
TG(18:1718:2°18:2<O0H{13}>)
TG(16:0_18:1_20:4<0OH,0>)

RT 23.1

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oxTG+NH,]*
[oXTG+H]*
100 231
90
80
o 707 23.1
g i
S 60—
e -
5 50+
g 4
o 40
__; .
§ 30
20
10
0 T 1 T T T—
23.0
Time (min)

100

90

80

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

o

C13 H20 O3 Na

‘ Fragments related to water loss

. Fragments related to FA loss

@ 317.2001
C18H30 O3 Na

@ 315.1936
C1s8H2s O3 Na

247.1303

. Fragments not containing oxFAs

Fragments related to oxFA loss

333.2030 .
C1s8 H30 O4 Na

335.2189.

C1s H32 O4 Na

[oxTG+Na]*

XIC 935.7310 NL: 8.64E5

Fragments related to other oxLPPs

653.4732

C39Hes Os Na

565.3866

655.4888
C39 Heg Og Na

847.6408
Cs2 Hgs O7 Na

341.2079 C34 Hs4 Os5 Na 935.7285
C20 H30 O3 Na 679.4901
C41Heg Os Na
359.2182
h C20 H32 O4 Na J ‘ ‘
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TG(18:0_18:2<0> 18:2<0>) [oXTG+Na]*  XIC 937.7467 NL: 7.18E4
RT 21.0

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]* 937.7446
[oXTG+NH,]* 190 3
[oxTG+H]* 90
80
o 210 0] 641.5076
4 g . C39 H70 Os5Na
90 €60 4
. _g B
80- E
i 250 T
707 < -
60 240
50 - O
a) —
40 @ 30 319.2241
. . C1s H32 O3 Na
30 20 7
20 =
1 10 o
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TG(16:0_18:1_20:3<20>)
TG(18:1_18:1_18:2<0OH,0>)

RT 22.8

. Fragments containing oxFAs

. Position-specific fragments

Fragments related to water loss

‘ Fragments related to FA loss

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

XIC 937.7467 NL: 8.25E4

Fragments related to other oxLPPs

937.7447

[oxTG+Na]*
[oxTG+NH,]* 100 7
+ m
[oxTG+H] 90 - 655.4891 @D
80 — . C39 Hes O Na
] 335.2191
100 220 70 - C1g H32 O4 Na
] o'’ 3
90 o =
i 560 -
807 € 7
70.] 250 - 891.7053
8 ] < . Cs5 Hoe O7 Na
§ 607 240 317.2080
S 504 © - C18 H30 O3 Na
2 0] 30 =
o 40 .
5 301 20 361.2303. 6615004 O
“ 20 - C20H34 O4 Na :
T 228 10 — C41H7006 Na
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TG(1 81 181 1 822<OOH{1 3}>) [oxTG+NaJ* XIC 937.7467 NL: 2.48E6
RT 23.6

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
TGENaT 849.6570 @
[ox aj Cs2 Hgo O7 Na
[oxTG+NH,]* 100 7
[oxTG+H]* 920 =
80 -
100 2ﬁ6 70
- 8 :
%07 60 — 317.2087 ®
80 ° = C18H30 O3 Na
70 350 - 567.4020
g oo o, O Cas Hss Os N
c _ o —
g 7 240 247.1304 34 Mise Us A
é 50 §30§ C13H2 O3 Na
g 407 ] 335.2187@)
3 30 236 20 C1g H32 O4 Na . 655.4901@
© 20- = 39 Hes O Na 937.7446
10 . ‘ } ‘ C34 Hs7 Os '
: ] ‘ | Lx“u”ul“wm TN U N A [T 1 L al L | N P B | Ah 1 M l
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TG(1

TG(18:
RT 21.3

. Fragments containing oxFAs

. Position-specific fragments

6:0 18:2_20:4<30>) [oxTG+Na]*
TG(16:0_18:1720:5<30>)
1718:1718:4<30>)

. Fragments related to water loss . Fragments not containing oxFAs

‘ Fragments related to FA loss Fragments related to oxFA loss

XIC 949.7103 NL: 4.15E4

Fragments related to other oxLPPs

[oxTG+Na]*
[oXTG+NH,]* 190 3
[OXTG+H]+ 90
80 — O
100 212 .70 = 373.1997
) . Coo H3005Na
90 560 -
80 g ]
50 T
2 70 % ]
§ 60 240 o
© - .|
c @© ]
3 % T o Sy 375.2139. 949.7047
2 @ 30 667.4572 [ )
g 40 = C18 H28 05 Na C20 H32 05 Na C39 H64 07 Na 6934725
2 30 20 o C41Hee O7Na
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TG(16:0_18:1 _20:5<30>) [oxTG+Na]*  XIC 949.7103 NL: 4.45E4
RT 21.8

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oXTG+NH,]* 100 3
[oxTG+H]* 90 =
80 —
100 2 70
% I 949.7111
1 & 60 - Cs7 Hog Og Na
80 2 -
i S __ 3
g 70 250 3 373.1984 ®
§ 60 240 - C20 H30 Os5Na
3 507 s 4 @ 693.4710 @
< i 30 o
2 40 ] 6674435 ~ C41Hee O7Na
§ 30 20 C39Heo O7Na
ZO_N E
b1 (11 L] \ |
R e R — 0 e e e e e e T T [ T R T [ e e
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TG(18:1_18:2<OH> 18:2<O0H{13}>)

RT 20.1

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oXTG+NH,]* 100
[OXTG+H]+ 90

80
100 20.0
70
90 3
80 560
c
70 350
60 <
240
50 ©
40 L%) 30
30 20
20
10
10
0 T T T T 0
20.0 20.1
Time (min)

‘ Fragments related to water loss

. Fragments related to FA loss

. Fragments not containing oxFAs

Fragments related to oxFA loss

[oxTG+Na]*

XIC 951.7259 NL: 3.66E5

Fragments related to other oxLPPs

863.6359 @
Cs2 Hgg Og Na

317.2198 319.2229
C1sH300O3Na C1gH3203Na
‘ 18 H30 O3 Na C1g H32 O3 655.4941
301.2157 639.4970 C39Hes O Na
C1sH3002Na . C39 Heg O5 Na
335.2175 _
® 247.1309 C1 Hs2 04 Na os0.4053 @ C 95I-1| 7268 Na
. C39H6607Na 57 100 9
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TG(18:1_18:1_18:3<30>) [oxTG+Na]*  XIC 951.7259 NL: 3.39E4
RT 21.1

. Fragments containing oxFAs ‘ Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments . Fragments related to FA loss Fragments related to oxFA loss
[oxTG+Na]*
[oxTG+NH,]* 100 7
80 -
100 =
. 70 o
90 8 -
80 560 - ° 951.7214
70- S50 3 o 669.4658
i 2 - 349.1977 C39 Hes O7 Na
60 -
o) . C1s H3p O5 Na
T =40 T
50 £ 3
40 - @ 30
307 20
20 E
10 J 10 3
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TG(18:1_18:1_18:3<30>) [oXTG+Na]*  XIC 951.7259 NL: 4.45E4
TG(16:0_18:1_20:4<0OH,20>)
RT 21.7

. Fragments containing oxFAs Fragments related to water loss . Fragments not containing oxFAs Fragments related to other oxLPPs
. Position-specific fragments ‘ Fragments related to FA loss Fragments related to oxFA loss
[OXTG+Na]+ 951.7191
[oXTG+NH,]* 100 7 |
[oxTG+H]* 90 -
80 —
100 54 217 =
,@ 70 357.2025
90 | 9 - C20 H30 O4 Na
80 §60
_ S .
707 350 - ® 375.2131.
60 o - 349.1972 Ca0 H32 OsNa
50 ] % 40 - C1sH300O5Na . 695.4825 .
40 E 30 3 669.4686 C41 Hes O7 Na
1 = C39 Hes O7 Na
307 20 =
20 E
bl | | \
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216 21.8 100 200 300 400 500 600 700 800 900

Time (min)
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TG(16:0 18:1 20:4<0,00H{15}>)

RT 22.0

. Fragments containing oxFAs

. Position-specific fragments

[oxTG+Na]*
[oXxTG+NH,]* 100
[OXTG+H]+ 90
80
70
(0]
(&)
& 60
o
C
350
<
240
©
& 30
30 20
20 -
10: 10
0 | T T T 1 0
218 220 222
Time (min)

‘ Fragments related to water loss

. Fragments related to FA loss

375.2141
C20 H32 Os5 Na

‘ 357.2025
Co20 H30 O4 Na

.287.1255
C15 Hoo O4 Na

vlku

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

669.4685 .
C39 Hes O7 Na

695.4871 .
C41 Hes O7 Na

863.6346

XIC 951.7259 NL: 7.27E4

Fragments related to other oxLPPs

951.7230
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TG(16:0_18:1 20:4<30>)

RT 22.2

. Fragments containing oxFAs

. Position-specific fragments

1

[oxTG+Na]*

‘ Fragments related to water loss . Fragments not containing oxFAs

. Fragments related to FA loss Fragments related to oxFA loss

375.2134.
C2 H32 OsNa

669.4684 ‘
C39 Hes O7 Na

)

XIC 951.7259 NL: 7.27E4

Fragments related to other oxLPPs

951.7303

695.4853
C41 Hggs O7 Na

[oxTG+Na]*

[oXTG+NH,]* 100 3

[OXTG+H]+ 90 é
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TG(18:1_18:1_18:3<0O,00H{13}>)

RT 22.8

. Fragments containing oxFAs

. Position-specific fragments

. Fragments related to water loss

‘ Fragments related to FA loss

@ 2611007
C13 H1s O4 Na

331.1884 ‘
C18 H2s O4 Na

349.1980 .
C1sH30 Os5Na

[oxTG+Na]*

. Fragments not containing oxFAs

Fragments related to oxFA loss

581.3797 .
C314 Hsq4 Og Na

XIC 951.7259 NL: 3.52E4

Fragments related to other oxLPPs

. 863.6301
Cs2 Hgg OgNa

951.7084
Cs7 H10009Na

[oxTG+Na]*
[oXTG+NH,]* 100 3
80
100 J
- 70
90 + .
80 U
0] =
60 - .
50 - 0 ]
40 30 g
307 20
20 .
o] 10
0- : : 0
226 22.8
Time (min)
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