PC 16:0_17:0 as [M+H]* S

Intensity

100+

501

184.068

308&88

PC 33:0|PC 16:0_17:0
10.178]ref=9.94/diff=0.238

Adduct type [M+H]+

m/z. 748.58752|ref=748.58508|diff(mDa)=2.44
Peak heightlarea: 2997 (height average in samples)
Formula|Ontology: ~ C41H82NO8P|PC

InChlIKey: CNHYMCCAIZQMPA-UHFFFAOYSA-N

| | Comment:

577.518 748.592
478313
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PC 16:0 17:0 as [M+CH3COO}

100 - 255.232 Annotation: PC 33:0|PC 16:0_17:0
RT[min]: 10.365|ref=9.94|diff=0.425
Adduct type [M+CH3COO0]- 732.565
m/z: 806.58868|ref=806.59167|diff(mDa)=2.99
Peak height|area: 1448 (height average in samples)
FormulalOntology: ~ C41H82NOSP|PC
50 InChiKey: CNHYMCCAIZQMPA-UHFFFAQYSA-N

Comment:

168.039 494.326

| | IiIILIJJJI | ||”!|I | ||| ||
>
NL of 16:0 Acyl ¢ 5

462209 €
> 806.592
NL of 17:0 Acyl
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255.23F~ CH3COO

. 17:0 FA !

Intensity
o

<€

100+

732.555
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PC 16:0_17:1 as [M+H]* == e

RT[min]: 9.555(ref=9.46|diff=0.095
100 184.072 Adduct type [M+H]+
i m/z: 746.57202|ref=746.5694|diff(mDa)=2.62
Peak height|area: 16959 (height average in samples)
Formula|Ontology: ~ C41HB8ONOBSP|PC
0 o InChiKey: ASFWPRURQHKRSL-UHFFFAQYSA-N
| | Comment:
P
50 o o~/ o CH
C15H31 ! N
C16H31 0 | en,
o 746.583
2>
@ 0 86096 313.271 482.305 598.484 )
2 478l3|2|9 '€
C : .
= NL of 16:0 Acyl
>
NL of 17:1 Acyl 146570
50+
_|+
PC Header
/
U4
4
,/
i | 4
100 184.073
100 200 300 400 500 600 700 800

m/z



PC 16:0 17:1 as [M+CH3COO}

Intensity

1 00 1 267228 Al ion: PC 33:1|PC 16:0_17:1 730543
RT[min]: 9.527|I’ef:9.46|(;iff:0.067
Adduct type [M+CH3CO0Q]-
m/z: 804.57874|ref=804.57599|diff(mDa)=2.75
Peak height|area: 4777 (height average in samples)
Formula|Ontology: ~ C41H80NOB8P|PC
InChiKey: ASFWPRURQHKRSL-UHFFFAOYSA-N
50 T Comment:
480.321
168.037 ‘ L l ‘
0 | L1 | | |1 LI | | ||
| 462,29 - >
NL of 16:0 Acyl |
> 804.576
NL of 17:1 Acyl
NL of
50- w CHs and
255,233 N« CH3COO
A ) _|_
:I— 17:1 FA
16:0 FA
100+ 730.539
100 200 300 400 500 600 700 800

m/z



. . + Annotation: PC 35:1|PC 17:0_18:1
PC 1 7 N O 1 8 . 1 aS [M + H] RT[min]: 10.5|ref=10.29|diff=0.21
— Adduct type [M+H]+
184.074 _
100 7 m/z: 774.60022|ref=774.60071|diff(mDa)=0.49
Peak height|area: 13902 (height average in samples)
Formula|Ontology:  C43H84NOB8P|PC
InChlKey: SXNXGNVZTLZDHE-UHFFFAQYSA-N
O o) Comment:
|
50 7 /P\
o} / o CH
C17H33 & \/\N< :
C16H33 YO | “cH. 774.593
CH,
= o
@ 86.096 306.276 510.345 603.536
(- O 1 1
£ 492'32'5 |< >
= | NL of 17:0 Acyl
NL of 18:1 Acyl 774.601
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_|+
PC Header
,/
4
’
L
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100 200 300 400 500 600 700 800
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PC 17:0 18:1 as [M+CH3COO}

100- 281.247

Annotation: PC 35:1|PC 17:0_18:1
RT[min]: 10.528|ref=10.29|diff=0.238
Adduct type [M+CH3COO]- 758577
m/z: 832.60803|ref=832.6073|diff(mDa)=0.73
Peak heightlarea: 3277 (height average in samples)
Formula|Ontology: ~ C43H84NOB8P|PC
InChlKey: SXNXGNVZTLZDHE-UHFFFAOYSA-N
50 7 Comment:
= l 494.321
2 0 ' | LJ . . . e |
2 | 476I3I1I 5I<
IS - NL of 17:0 Acyl
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Annotation: PC 35:2|PC 17:0_18:2

PC 17:0_18:2 as [M+H]"*

Adduct type [M+H]+
100- 184.073 m/z: 772.58533|ref=772.58508|diff(mDa)}=0.25
Peak height|area: 15660 (height average in samples)
Formula|Ontology: ~ C43H82NOS8P|PC
InChliKey: ZSKWZIYUVZYDQU-UHFFFAQYSA-N
O e) Comment:
|l
— P~
i o) o) / o) CH
50 C17H31 K. NN
C16H33 0 | en,
\H/ CHa 772.582
(0]
2>
D 86.095 510.347  602.536
(- O M a M
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PC 17:0 18:2 as [M+CH3COO}

756.552
100 Annotation: PC 35:2|PC 17:0_18:2
279.233 , ,
RT[min]: 9.777|ref=9.64|diff=0.137
Adduct type [M+CH3COQ]-
m/z: 830.59528|ref=830.59167|diff(mDa)=3.61

Peak heightl|area: 5820 (height average in samples)

50- Formula|Ontology: ~ C43H82NOB8P|PC
InChlKey: ZSKWZJYUVZYDQU-UHFFFAQYSA-N
Comment:
494 314

>
%’ 168.047 |‘ | |
(- 0 [ | I 1 I 111 11 1 n I 1 ||| L1 bl 3 P |
2 |
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NL of 17:0 Acyl
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Intensity

- . + Annotation: PC 35:2|PC 17:1_18:1
P C 1 7 n 1 1 8 n 1 aS [M + H] RT[min]: 9.684|ref=9.6|diff=0.084
I Adduct type [M+H]+
1 OO 7] 184.070 m/z: 772.58154|ref=772.58508|diff(mDa)=3.54
Peak height|area: 9600 (height average in samples)
FormulalOntology: ~ C43H82NOB8P|PC
InChlKey: CWDLNVPVXRALIK-UHFFFAQYSA-N
Comment:
C (0]
501 |
— P~
0 / 0 CH
C17H33 & NN
C16H31 0 | cn, 772.579
86.091 o 508.337
O 1 1 i - L A i das
190,320 € >
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>
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PC 17:1_18:1 as [M+CH3COOJ

100 281.249
Annotation: PC 35:2|PC 17:1_18:1 756.556
RT[min]: 9.646|ref=9.6|diff=0.046
Adduct type [M+CH3COO0]-
m/z: 830.59283|ref=830.59167|diff(mDa)=1.16
Peak height|area: 6291 (height average in samples)
50 i FormulalOntology:  C43H82NOSP|PC
InChlKey: CWDLNVPVXRALIK-UHFFFAOYSA-N
Comment:
é‘ 168.041 492.310
L 0 . LLlI. . |.If - . Ced |
£ 474'299 < >
c .
= NL of 17:1 Acyl
830.592
NL of 18:1 Acyl
NL of
50+ CH3 and
w

267.233 "N =" CH3COO
A 18:1 FA

— 7

171 FA ¥
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100 200 300 400 500 600 700 800 900
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Intensity

Annotation:

PC 35:3|PC 17:1_18:2

PC 1 7 : 1 1 8 : 2 aS [M + H ] + RT[min]: 9.114|ref=9.1|diff=0.014
— Adduct type [M+H]+
100- 184.073 m/z: 770.56763|ref=770.5694|diff(mDa)=1.77
Peak height|area: 4584 (height average in samples)
Formula|Ontology:  C43H80NOB8P|PC
InChiKey: UJXPBTXUYBVHBS-UHFFFAOYSA-N
Comment:
" ﬁ
50' )J\ P
C17H3? O/Y\O/O{ \o\/\ _CH,
N
C16H31 YO | en, 770.577
CH,
(0]
86.998 341.297 577;559
0 T T >
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NL of 18:2 Acyl
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PC 17:1_18:2 as [M+CH3COOJ

Intensity

279.232

100+
Annotation: PC353|PC17:1_18:2
RT[min]: 9.081|ref=9.1|diff=0.019
Adduct type [M+CH3COO]-
m/z: 828.57263|ref=828.57599|diff(mDa)=3.36 754 537
Peak height|area: 2105 (height average in samples)
FormulalOntology: ~ C43H80NOSP|PC
50 } InChlKey: UJXPBTXUYBVHBS-UHFFFAQYSA-N
Comment:
168.040 492.305
0 L1 A I I_Il.l 1 1 ||| il!i 1 1 1 1 (I T ||l " TH H| I
474.299 € >
NL of 17:1 Acyl |€&—>
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Intensity

P C 1 9 " O 2 O " 4 aS [M + H ] + Annotation: PC 39:4|PC 19:0_20:4
i - RT[min]: 10.612|ref=10.12|diff =0.492
184.071 Adduct type [M+H]+

100 m/z: 824.61572|ref=824.61639|diff(mDa)=0.67
Peak height|area: 3907 (height average in samples)
Formula|Ontology: ~ C47H86NOB8P|PC
InChiKey: QUWIPEXOTVGONJ-UHFFFAQYSA-N

0 e} Comment:
||
50' P
—7
o} o) / o) CH
C18H37 /Y\ o \/\N< ’
C19H31 o | “cH, 824.601
86.092 o
O ' I ' "I | I||_‘,| L1 11 1 3|83I2|27 |49§350 L1 L 1m aah Ll |‘
<€
520.376 NL of 19:0 Acyl
>
NL of 20:4 Acyl 4., 5:6
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_|+
PC Header
,I
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PC 19:0 20:4 as [M+CH3COO}

Intensity

1001 Annotation: PC 39:4|PC 19:0_20:4 808.594
RT[min]: 10.812|ref=10.12|diff=0.692
303.229 Adduct type [M+CH3CO0OQ]-
m/z: 882.61804|ref=882.62299|diff(mDa)=4.95
Peak height|area: 1164 (height average in samples)
Formula|Ontology:  C47H86NO8P|PC
50 ’ InChiKey: QUWIPEXOTVGONJ-UHFFFAOYSA-N
Comment:
522.363
92.926 L, | | |
0 1 Lol In M [ TH | | 1 L Ll L 1 11 sl
< S
' <€ >
NL of 20:4 Acyl 882.623
NL of
50- '{\ CH3 and
\
297.280 \\ CH3COO
,?7 \ _I_
_I—/ 20:4 FA
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100 200 300 400 500 600 700 800 900
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PC 17:0 20:4 as [M+H]*

Intensity

Annotation: PC 37:4|PC 17:0_20:4

RT[min]: 9.778|ref=9.44|diff=0.338
Adduct type [M+H]+
1 OO . 184.074 m/z: 796.58807|ref=796.58508|diff(mDa)=2.99
Peak height|area: 13139 (height average in samples)
Formula|Ontology: ~ C45H82NO8P|PC
InChlKey: HTEFXTFZCGTMAC-UHFFFAQYSA-N
Comment:
(0]
L "
/
C16H33 /Y\ NG /
C19H31 |
\H/ CH3 796.592
86.095 ° 487.225 .
0 TT T >
492345 NL of 17:0 Acyl
NL of 20:4 Acyl ..
0 ) Cy 796.585
50+
_I-I-
PC Header
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U
v
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PC 17:0 20:4 as [M+CH3COO}

100+ on ApC 170,20 780,553
303.229 Annotation: PC 37:4|PC 17:0_20:4
RT[min]: 9.739|ref=9.44|diff=0.299
Adduct type [M+CH3CO0]-
m/z. 854.59015|ref=854.59167|diff(mDa)=1.52

Peak height|area: 6272 (height average in samples)

50_ Formula|Ontology: ~ C45H82NOS8P|PC
InChlKey: HTEFXTFZCGTMAC-UHFFFAOYSA-N
Comment:
> 494 327
2 0 L 'R l l B [ | | -t |
= 476I31I5I I< >
L= - NL of 17:0 Acyl  |e—s
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AN 204 FAT
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>
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TG 18:1_18:1_18:3;20 as [M+NH4]*

Annotation: TG 54:5;20|TG 18:1_18:1_18:3;20 631.496
1 OO 7 RT[min]: 13.249|ref=13.61|diff=0.361 I \
Adduct type [M+NH4] + O C17H33
m/z: 930.77875|ref=930.77557|diff(mDa)=3.18 O
Peak height|area: 14805 (height average in samples)
FormulalOntology: ~ C57H10008|0xTG \ 0] C 1 7H33
InChiKey: RIQDDMSOBKMNHU-UHFFFAOYSA-N 0
50_ Comment:
N
293.207 0o C17H2902
> 330 308 e 895.769
% 0 | 1 1 | 1 ll I
Q <€ >
£ 339.28% NL of 18:1 FA i 930.7756
s € >
293'A.211 \\ NL Of 18:1 FA 9;3.7491
! 18:1 FA + C3H602 and H20 \
i ) 5| IM+H+
50+ I +
NL of 18:3;20 FA 89570
18:3:20 Acyl] o1 18:3;20 A
[M+H]+
-H20
100+ 603.535
300 400 500 600 700 800 900

m/z



Pl 18:0 19:3 as [M-H]J-

100- o Annotation: PI 37:3|P1 18:0_19:3 873.551
RT[min: 8.842|ref=8.6|diff=0.242
)k /|PI Adduct type [M-H]-
' O/>/\O Ho/ o OH m/z: 873.54718|ref=873.54993|diff(mDa)=2.75
e} Peak height|area: 1436 (height average in samples)
\[‘( HO OH Formula|Ontology: ~ C46H83013P|PI
50- InChiKey: ZKAAUNIIOKGGTB-UHFFFAOYSA-N
© Comment:
HO OH
723.501
283. 258 419.255 581.317 810.523
2 | .
% 0 L 11 L1 ' TN | I Li 1 L1 1 1
2 1]
- 581.310
241.012 V*
/7, ‘ TS —
\ .
/ \ 19:3 FA
o
50+ \ _o 7 on \
O:P/ ‘\
\ \
0 \ -
HO OH
100+ 873.550
100 200 300 400 500 600 700 800 900

m/z



Cer 39:2;30(FA 16:0) as [M-H]

Annotation: Cer 55:3;40|Cer 39:2;30(FA 16:0)
RT[min]: 14.602|ref=13.68|diff=0.922
1004 255.232 o _
OH uct type [M+CH3CO00]
m/z: 918.8429|ref=918.81311|diff(mDa)=29.79
R Peak height|area: 1546 (height average in samples)
1 OH Formula|Ontology: ~ C55H105NO5|Cer_EODS
0 InChlKey: TXTMIJSLKHWBXDG-UHFFFAQYSA-N
J‘k n NH Comment:
50- 5
C15H31
(@]
2>
7 1 620.584 858.812
s 0 T < 1
I= <€ > 9183813
- 620.562
NL of 16:0 Acyl 85879
50+
1
_16:0 FA
-~
&
100+ 255.233
100 200 300 400 500 600 700 800 900

m/z
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