CID- and OAD-MS/MS spectra of
characteristic lipids in mice brain
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CID- and OAD-MS/MS spectra of
notable lipids in common segment



(a) SM 18:2(A4,14);20/16:0

495.3557
e 49473479
493.3401 " H
X o//P\o\/\r:‘/
v\/\/\/\/\/\/\n/NH ™
o
CID-MS/MS
ESI(-) ESI(+)
685.5302 184.0754
[M-CHs- CsHisNOP+
100 100
= 168.0419 S
S . S 262.2526
o CituNOAP = SPB 18:2;20 -2H:0
50 B €50
3 [M+CH:COO- & [M+H]+
< ol 759.5532 < oL . 701.5614
2%0 y 560 7%0 2%0 5[’)0
OAD-MS/MS me
woJMeasurement____________________2> x50 ____________701.5653
@ noo ~ o
o D =M (=] <
< TV W (=] o
3 5 DO < )
o [se - Yol o <
S ‘ 222 3 &
3 1L ) oL I |l
o “ ‘ ‘\ L ||
2
S s
&
2 A A4
1o{Reference 701.5592
450 500 550 600 650 700
mjz
(c) SM 18:2(A4,14);20/24:1(n-9)
605.4653
742,568 6044575
603.4497  §" 9
X o/of\o\/\&/
/\/\/\/\=K\/\/\/\/\/\/\n/NH ™
7145306 °
672.5201
CID-MS/MS
ESI(-) ESI(+)
184.0754
CsHhisNOsP+
100
. g 262.2556
MS/MS was not acquired e SPB 18:2.20 -2H:0
£ - [M+H]+
3 811.6737
0 —= T T 1
250 /500 750
OAD-MS/MS me
wofMeasurement____________________2 x163 . _____________811.6763
Q nos 0 < o <
Q NN - < © @
2 838 S 3 3 o
T 5 DA o 0 S o
he} o0 N < o <
< oo ~ -~ < O
3 ©oo gol '\| ~ ~
3 . sl " U, — Ll
o “ ‘ |l T |‘ ‘\ ™ ||
s
S s
&
i
- A14
= 00{Reference A Ln9 ‘ | 811.6688
550 600 650 700 750 800
mjz
(e) SM 18:1(A14);20/23:1
772.6089
730.5983 on .
1
\/\g\/\/\/\/\)wo/f\”\/\,;/
\/\/\/\:/\/\/\/\/\/\/ﬁ]/NH ™
o
CID-MS/MS
ESI(-) ESI(+)
184.0729
CsHisNOJP+
100
MS/MS was not acquired 2_50 N A
3 [M+H]+
« o R 799.6738
2%0 /5(’)0 7%0
OAD-MS/MS “
o] Measurement _____________________ X400 . 799.6724
Q [Te) o
o w o
c D N
T 5 by ©
g g g
3 [N I |l o L |I|| TN L
© |l Ir | L
[
2
S %
5
L
10| Reference L A4 799.6688
680 700 720 740 760 780 800

mjz

(b) SM 18:2(A4,14);20/22:0

758.5931
578.4417
716.5825 o aaag o 0
X o= S~
\/\/\/v\/\/\/\/\/\/\n/“H ™
o
CID-MS/MS
ESI(-) ESI(+)
769.6270 184.0754
[M-CHs- CsHisNOP+
100 100
= 168.0443 =
8 8 262.2526
b CaktNOLP- b SPB 182:20 -2H:0
£50 B €50 >
E [M+CHsCOO}- g g [M+H]+
o 843.6610 o B 785.6558
7_":0 2%0 ' 5[’)0 7%0
OAD-MS/MS “
oiMeasurement __________________ > X367 7856599
Q 0w < o
o 0 © < ~
< o<t [} [o2}
8 so N 0 ©
o N~ oo © «©
s U |5 h o
Q Il L L gl L " |‘ I.| N PRI (R .
o “ ‘ ‘\ rr |‘
2
3 s
5
. A4 A4
“ 100{Reference ———— 7856530
500 550 600 650 700 750
mjz
(d) SM 18:1(A14);20/24:1
808.6064
766.5958 on o
"
o//P\o\/\./
/\/\/v\=/\/\/\/\/\/\/\n/“H ™~
o
CID-MS/MS
ESI(-) ESI(+)
769.6563 184.0754
. o CsHisNO4P+
100 [M-CH:} 100
3 168.0419 4493101 3
S CHuNOP- NL of CHo S SPB 18,120 2H:0
§50 : & 21’1‘:‘1 acyl §50 -2H:f H
3 [M+CH:COO} @ 813.6850
P 871.6913 o R
250 5?0 750 250 /500 750
OAD-MS/MS e me
wo]Measurement ___________________.x189 _ 835.6710
Q N [<2]
o N ~
g ] =
T 5 © ©
o ©o ]
< © o
=1 N~ @
Es) L M L) "
o T T
v |
2
g
Q
100 Reference [ — 835.6663
720 740 760 780 800 820 840
mjz
(f) SM 18:1(A14);20/16:1
674.4993
632.4887
OH )
1
V\:D\/\/Wo/of\o\/\ﬁ/
/\/V\:/\/\/\/\n/"” (I
o
CID-MS/MS
ESI(-) ESI(+)
184.0729
CsHisNOP+
100
MS/MS was not acquired 250 SPB Ao a0
3 [M+H]+
< o R 701.5614
2%0 5[’)0
OAD-MS/MS
1] Measurement __________________.x120 _________________ ____] 701.5637
Q [e] ©
g N ?
< (=] (=]
S so N e}
B S X
S 3 P
Q L
© I i f—r
[
2
g
Q
100 Reference [Py S— 701.5592
580 620 640 660 680 700

mjz



(g) SM 17:1(A4);20/24:1(n-9) (h) SM 17:1(A4);20/16:0;0

g

OH
603.4497 | 1 9 509.3348 ﬁ
= 0" o~
\/\/\/\/\/\/%’Hbﬁo/of \0\/\»] _ o o T\
/\/\/\/\=k\/\/\/\/\/\/\n/NH ™
o

702.5306 ° oH
660.5201
CID-MS/MS CID-MS/MS
ESI(-) ESI(+) ESI(-) ESI(+)
184.0754 689.5233 184.0729
CsHisNOLP+ [M-CHR- CoHisNOP+
oo oo 168.0419 oo
MS/MS was not acquired S 250.2553 S CaH11NO4P- S 250.2553 [M+H]+
50 SPB 17:120 -2H:0 50 g 50 SPB 17:1:20 -2H:0 705.5569
= - [M+H]+ = =
& 799.6738 & [M+CH:COO}- 2
, \ 4 763.5636 | N
0 ; T y 0 r T . 0 ; r
250 500 750 250 500 750 250 500
OAD-MS/MS miz OAD-MS/MS mjz miz
Measurement____________________0 X281 799.6750 Measurement____________________2 x300 . ___________7055515
Q100 Y= =] = @ 1 N
[v] O < © o @ ™
Q 333 N 2 Q 32
3 AN © © 5 33
° gt} o N g 50 o=
I 000 © =} IS o=
5 28838 | 3 N 5 35
3 il b all . L o i J L i 3 m PR I i
© |‘ | ‘r ‘I II T || o ‘l ‘
(9] [
2 2
S s S s
K Ky
i Q
n-9
100 rence A 799.6688 “100{Reference A 705.5540
550 600 650 700 750 800 450 500 550 600 650 700

mjz mjz



CID- and OAD-MS/MS spectra of
characteristic lipids in mice eye
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CID(—)MS/MS ) CID(—)MS/MS )
ESI(- 463 2256( Hzo) ESI(+ SI- 821.5109 ESI(+
0f CsHeNO2 793.4799 572.2964 697.5239 463.2256(-H:0)  NL al105,:1.N0, 600.3294 725.5568
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(m) PC 34:5(n-3,6,9,12,15)_22:6(n-3,6,9,12,15,18)
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CID- and OAD-MS/MS spectra of
characteristic lipids in mice feces
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CID- and OAD-MS/MS spectra of
characteristic lipids in human plasma
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CID- and OAD-MS/MS spectra of
characteristic lipids in mice liver
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CID- and OAD-MS/MS spectra of
characteristic lipids in mice skin
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CID- and OAD-MS/MS spectra of
characteristic lipids in mice testis



(a) PC 16:0_22:4(n-9,12,15,18)

e <
7134625 6734312 6333999 593.3686 O
6714520 631.4207 591.3894 551.3581
7555095 7154782 675.4469 6354156  NLof
CID-MS/MS 713489 6734676 6334363 593.4050 (n-69,12,15)
ESI() ESI(+)
184.0729
CsHisNOP+ [M+H+
100
_ 810.5933
H B 496.3421 572.3578
MS/MS was not acquired Zso 478.3324(-H:0) 554.3555(-Hz0)
= NL of 22:4 acyl NL of 16:0 acyl
0 T . T
250 /500 750
'z
OAD-MS/MS m
010 Measureme
o
IS
3 so
c
S
Q L
o
o
2
S 5o
Ky
QJ
 wo{Reference 810.6007
5 0 600 650 700 750 800
mjz
(c) PC 16:0_24:4(n-9,12,15,18)
o
n
/\/\/\/\/\/\/\)I\ —F~ .
0/?/\0 4 O\/\T/
7414938 7014625 661.4329 621.3999 o
699.4833 659.4520 619.4207 579.3894
7835408 7435095 7034782 663.4469  NLof
CID-MS/MS 7415%2 7014989 6614676 6214363 (16.9,12,15)
ESI() ESI(+)
822.6038 184.0754
[M-CHs]- CsHisNOsP+
100 100 M+H]+
S 359.2943 = 838.6408
= FA 24:4 = 496.3421 600.4012
E501 ,550335 £501  |478.3324(-H.0) 582.3929(-Hz0)
3 FA'16'0 s [M+CH:COO]- & NL of 24:4 acyl NL of 16:0 acyl
I3 : & P
L4l 896.6369 - .
0 7 r T T T
250 50/0 750 250 ?oo 750
'z mjz
OAD-MS/MS m
wofMeasurement____________________.X39 _________________________¢ 838.6398
[ 2} 0O ™ N© o ST oo 2 0o -
o 3 o © vy N ¥: ©9 Qv -
< @ NOo @ wo o 55 99 5 D <~
8 5 @ SIT OSTIY S IY ogihe 0
T o o= < D= o 'S~ Q )
IS ~ =N 0O 0w P OO 3 ©
S [ b© | © SQjles PEHRR ‘l ~
9 — [/ L 2 m I\ In
S * T 1
2 n-18 n-12
2 L J n15 g n9
E L n15 y p12 y N9, n6
1001Reference 838.6320
550 600 650 700 750 800
mjz
(e) PC O-16:0_22:5(n-6,9,12,15,18)
699.4832 619.4206
657.4726 577.4100 8
PV e VA YV /Y\O/P\O\/\N
™~
739.5145 659.4519 579.3893 ©
697.5039 617.4413 537.3787
CID-MS/MS
ESI() ESI(+)
778.5803 184.0729
[M-CHa- CsHisNOLP+ [M+H+
100 100 794.6085
s 466.3309 3
= 329.2499 448.3201(-H20) =
gs0 FA22:5 NL of 22:5 acyl €50
T [M+CH:COO}  §
< | 4 852.6164 = || |
T T 0 T T T
250 5/00 750 250 /500 750
'z 'z
OAD-MS/MS m
woiMeasurement____________________.xX12 _________________________] 794.6086
Q © ® o - 0 o < = ~
o ~ ® oM n T 0O X O [}
c ~ - O < N N~ o O -
8 5 © N N ~ < © X ©
k=] ~ ~ o ~ o ~o ~ o D
c © N~ o 0w D O g
S 0 ml 0 © |<c ©© © © ~
3 i o Al I L
o
o
2
7 . on18 L M15 yopqp N9 i g
QJ
= wo{Reference 794.6057
500 550 600 650 700 750 800
mjz

(b) PC 16:0_24:3(n-9,12,15)

CID-MS/MS
ESI()

o
1
/\/\/\/\/\/\/\)I\ —F~ .
o/?/\o 4 o\/\T/
/\/\/\/\:K\:K\:K\/\/\/\ﬂ/
743.5095 703.4782 663.4469
701.4990 661.4677 621.4364
ESI(+)
184.0729
CsHisNO4P+
100 496.3054 602.4236

MS/MS was not acquired

478.3445(-H;0) 584.4158(-Hz0)
NL of 24:3 acyl NL of 16 0 acyl

Rel. Int. (%)
o
S

(M+H]
840.6533
o T “r - T
250 500 750
mjz
OAD-MS/MS
1ofMeasurement 40.6533
8 o N @ © N
< < ~ v o -~
S < < < o < 0
g 50 = = <@ o H
< N ©, © o o <
S & 818 RiR X
3 L i i, o m
o i ‘,||‘ — |,|V . f
[
2
% * n15 1, n12 5 pg
* 100{Reference 840.6477
600 650 700 750 800 850
mjz
(d) LPC 22:5(n-6,9,12,15,18)
475.2329 395.1703
433.2223 353.1597
515.2642 435.2016 355.1390 ©
473.2536 393.1910 313.1284
CID-MS/MS
ESI(-) ESI(+)
329.2499 184.0729
100 FA 22:5 100 CeHisNOP+
g 544.3287 s
< [M-CH]- =
€50 E50
E [M+CHsCOO}- E [M+H]+
. L 628.3250 . 570.3603
2_;:0 ’ 5(’)0 ZL')U y 4(’)0
OAD-MS/MS me i
1oMeasurement_____________________ X713 570.3608
Q 0 © o o v N [ 3o N
o © < - T N < < © © ~
< N © < [ INEE=1 n O ©
T 5. - - v - N N NN N
] o @ g @ 6 @ 0 © 8 ©
< — [lo Yol DD M ™ N~ -~
5] |m o) o ‘m N N o
ol A L A e
I 1 i \|
S so
g _on18 N5 g2 N9 4 np
 10{Reference 570.3554
300 350 400 450 500 550
mjz

(f) PC 16:0_22:5(n-6,9,12,15,18)

713.4625 633.3999

671.4519 591.3893
/Y\O//P\O\/\N

AT I~
753.4938 673.4312 593.3686 °
711.4832 631.4206 551.3580
CID-MS/MS
ESI(-) ESI(+)
184.0729
792.5664
CsH1sNOP+
329.2499 [M-CHs]- [M+H]+
1o FA 22:5 o0 808.5807
£ 2552335 g 496.3421 570.3516
£s0- FA16:0 €50 478.3284(-H:0) 552.3380(-Hz0)
= [M+CH:COOJ-  — NL of 22:5 acyl  NL of 16:0 acyl
] l | 866.5966 & e s
0 ! . T 0 r ,
250 5/00 750 250 750
OAD-MS/MS me
wofMeasurement_ ... X7 o 808.5818
jJ) <~ ¥ © = © © N o
o oo N N <+ < © v ~ o @
c w o N~ N O n o @ N~ o
) « « O A RS < <
° ~ = o - o - o - ©
< o > o oo ~ I~ hagct h
S w I.{)‘ n ©, ‘ © © © N~ o~ ~
3 L i W I Iy .
o
g
2 n18 L N15 4 pq2 N9 g
K]
 100{Reference 808.5850
500 550 600 650 700 750 800




(9) PE 18:0_22:5(n-6,9,12,15,18)

699.

4469

619.3843

657.4363 577.3737
/Y\O/)’\O\/\

739.4782 659.4156 579.3530 ©
697.4676 617.4050 537.3424
CID-MS/MS
ESI(-) ESI(+)
329.2499
FA225 [M-H}- L G?%Eﬁsar\noo o
792.5560 of CaHaNO4
100 i 100
196.0375 | 2552335
s 3 < 267.2710 313.2518
°\-_ CEH“‘NOSP FA160 5\~ 18:0 acyl 22:5 acyl
gs0 1 Eso . 341.3055
3 : 3 7 18:0DMAG|  [M+H]+
< . H | < . s 794.5723
2%0 /560 7_”:0 2_;:0 /560 7%0
OAD-MS/MS me 653.5548 “
wolMeasurement. ___________________> x130 . NLof C:HNOP 794.5773

617.4088
[ 619.3879
699.4486

Relative abundance

L n-18 L J n-12 & " |
100{Reference 794.5694
500 550 600 650 700 750 800
mjz
(i) SM 20:1(A4);20/19:0
518.3842

o
CID-MS/MS
ESI(-) ESI(+)
184.0729
CsHisNOaP+
100
. g 292.2705
MS/MS was not acquired e SPB 20:1:20 2H:0
3 [M+H+
= . X 773.6567
2%0 560 7,”:0
OAD-MS/MS
wofMeasurement____________________> x11 ... 773.6579
g g3
5 33
T o e
s 5o |, |
3 Loy ll=e g Wl . L . ol
o |I “
0>J -
£ s -H.0
3 A4
100 rence 773.6530
500 550 600 650 700 750
mjz

(k) PC 20:4(n-6,9,12,15)_28:5(n-6,9,12,15,18)

/\/W/\)I\ /Y\o/)’\o NN
/\/\/ﬁ/ﬁ/ﬁ/ﬁ/ﬁ/\/\/\/\( ™
885.5878 725.4626

o

8435772 845.5565 8055252 765.4939  683.4520
803.5459 763.5146 723.4833
CID-MS/MS
ESI(-) ESI(+)
924.6517 184.0729
X - H1sNOsP+
100 [M-CH] 10005 hNOM
= 3 544.3478 654.4481
e 413.3440 s 526.3451(H:0)  636.4449(-H:0) 4[#2;]; 4
£50 303.2331 F5‘28_5 €50 NLof285acyl  NLof 20:4 acyl
3 FA 20:4 [M+CH:COO} 3 ) :
[ ” 998.6926 « i
0 — 1 0 T  E——
y 1000 250 500 750
4 m,
OAD-MS/MS m
100 Mc-.la,sy,rem,e,n,t,,,,,,,,,,,,,,,,,,,,,Z<,2,5,,,,,,,,,,,,,,,,,,,,,,,,,,,959,6782
Q © o © o @ N < < ~
o lO ~ o~ o D o o N © (=]
< w ©® © - O n ™ @ © (>3
8 5 < 3 < 0 < © 0 ] ©
o [v] ™ 0 ™ 0 [ Qo) [ ) [t}
< © N N © © o O < < @
3 © NN ~ Hr» co” o zn” o ©
3 . I L I [ bl
© Lij Lij i} Lij
g
3 50 Lon18 415 pg2 M9, ne
ko)
 100{Reference 940.6790
650 700 750 800 850 900 950
mjz

(h) TG 16:0_22:5(n-6,9,12,15,18)_22:5(n-6,9,12,15,18)

877.6790 797.6164

835.6684 755.6058 /5)

917.7103 837.6477 757.5851 ©
CID-MS/MS 875.6997 795.6371 715.5745
- +
ESIC) ESI(+) 6255215 699.5388
NL of 22:5 acyl NL of 16:0 acyl
&H.0 & H:0
100 T o
. = 313.2745 -
MS/MS was not acquired < 16:0 DMAG [M+NHdJ+
£50 387.2915 972.8083
< 22:5 DMAG
&
0
250 500 750
mjz
OAD-MS/MS
wofMeasurement____________________.x64 _ . 972.8041
[ (o2} @ O o o n © n o N
I 3 32 &8 338 28 S
< < o D < N N~ o N
© ™ © 0 © © © ~ © ~
g °° ~ QN 6o~ 0o 6 N ~
S 3 [ Ry % 8 &5 >
2 m Jl ) |Ih " |I|Iu. , [ J!'Ii. i |
p 1 1 1 1 1
i n18 , M15 y n42 . N9 ne
©100{Reference 972.8015
700 750 800 850 900 50
mjz

(j) PC 16:0_28:5(n-6,9,12,15,18)

/\/\/\/\/\/\/\)I\
/y\o/r\owN/

/W:h/:b/:h/:b/:b/\/\/\/\n/ I\
837.5878 677.4626 0
795.5772  797.5565 757.5252 717.4939  635.4520
755.5459 715.5146 675.4833
CID-MS/MS
ESI(-) ESI(+)
184.0729
CsHisNOJP+
100
9 475‘ gg&:}&d 0) 636643;;(8!1 0)
MS/MS was not acquired < NLof28:5acyl  NL of 16:0 acyl
€50 H [M+H]+
= 892.6866
& :
0 T “r —
250 500 750
mjz
OAD-MS/MS
woJMeasurement_____________________ x48 o ________.._.892.6859
@ (=2} ~ o o o o - O —
o © © N~ - - O - O o
< < 0 © N O n ™ @ © (=3
T 5 r'e SN N o 9 i Q
o N~ w o~ w0~ 0 N~ w0 o~ ~
< (23 NN~ - - 0 v D O [
3 0 gohlno ~™ L~ ~ @
s ————i p—— i e
e f I ! !
B Lon18 15y pqp 09, g
Q
 1o0{Reference 892.6790
600 650 700 750 800 850 900
mjz

(I) PC 22:5(n-6,9,12,15,18)_28:5(n-6,9,12,15,18)

~yh ot~y T b
911.6033 751.4781

869.5927 871.5720 831.5407 791.5094  709.4675 °
829.5614 789.5301 749.4988
CID-MS/MS
ESI() ESI(+)
184.0729
CsH1sNOsP+
100

552.3423(-H20)

: g NL of 28:5 acyl [M+H]+
MS/MS was not acquired 250 : 966.6964
: \.
0 r — T
250 500/ 750
OAD-MS/MS me
wofMeasurement_____________________XA3 ______ .S 966.7008
Q - © o < 0 o O N~ o
o © M - n o < w0 D O ©
2 3 25 22 32 2 8
] < 0 n n n n 0 ©
° o o = o < o < o « -
c o N © N ™ [N -
S ~ r\l"l\ ~ ‘l'\ ool ] w‘"co o
2 I i Il [ ol o il
o T H\ ”\ ”I ‘\l\ i
[
2
B _on18 M5y pq2 N9 g
L
* 100{Reference 966.6945
650 700 750 800 850 900 950




(m) PC 20:4(n-6,9,12,15)_30:5(n-6,9,12,15,18)

/\/\/4:/4:/4:/4:/\/?]\ i
"
O/Y\O/O/P\
913.6191 753.4939

871.6085 873.5878 833.5565 793.5252  711.4833 °
831.5772 791.5459 751.5146
CID-MS/MS
ESI() ESI(+)
184.0754

CsH1sNOsP+
100 Mo+
544.3478 682.4861
526.3325(-H:0)  664.4670(-H.0) 968.7144
NLof 30:5acyl  NL of 20:4 acyl

MS/MS was not acquired

Rel. Int. (%)
«
S

0 T —— T
250 500/ 750
OAD-MS/MS me
wofMeasurement____________________.X26 _________________________¢ 968.7189
@ [Te) @ o o o <+ o o © ~
g 3 23 B o o @ S5 Q
S 3 o < 88 88 18 &
S = 5 8 5,8 2 3 T R et
5] ~ r\‘v\ v\”v\ co“co aom:n o
3 ) I I I I bl
© Lij il Lik Lij
(9]
2
5w L n18 . N15 oy pq2 N9 4 g
i
 100{Reference 968.7103
700 750 800 850 900 950

mjz

(0) SM 18:1(A4);20/28:4(n-6,9,12,15)

655.4809
654.4730

653.4652 O 9
/\/W\/\/\/\'EDAO/&P\O\/\;‘/
NH I\
808.6088 688.5149 o

766.5982 7685775 728.5462 ©646.5043
7265669 686.5356

CID-MS/MS
ESI(-) ESI(+)
847.6739 184.0754
[M-CHs]- CsHisNOJP+
100 100
= 168.0419 =
g 8 264.2686
b Rl Z SPB 18:120 -2H.0
£s0 R €50 B
3 wrcoor 3 g 865.7042
« B 921.7061 < |
01— r r 0 — T T
250 50? 750 250 5?0 750
OAD-MS/MS me me
wofMeasurement_____________________ X55 o e___._____863.7047
i ™ O~ n M D ™ 0 © ©
I S8 88 33 28 e
< — ©ON© I < [ s} o o
S 5$58 ¥ 5 5 8 2 8 8
3 50 CHuYw © @ S @ S o <
< <+ VWV @, © N N © © (=
S © © O m| © ~ |r\ ~ ‘w |
3 I by i 1l L
[5] L || W\ |||| ‘u I
(9]
= A4
2 . n-15 J 12 9 |, n6 |
©100{Reference 863.7000
600 650 700 750 800 850
mjz
(q) SM 18:1(A4);20/30:4(n-6&9)
836.6401 796.6088 756.5775 716.5462  NL of 682.6043

794.6295 7545082 714.5669 674.5356 (n-6,9,12,15) 681.4965 | " 9
A b DO T

794.5931 754.5618 714.5305 674.4992 o
752.5826 712.5513 672.5200 632.4887

CID-MS/MS
ESI(-) ESI(+)
873.6890 184.0754
100 [M-CHs]- 100C5H15NO‘P+
= 168.0419 s
g S 264.2715
b CaHuNOP- b SPB 18:1:20 -2H:0
50 K €50
S Z 8 [M+H]+
3 [M+CH:COO &
= ; 947.7247 < 891.7287
0l—— T T 0 y T T
250 500/ 750 250 50/0 750
'z mjz
OAD-MS/MS m
wofMeasurement_____________________X54 _________________________ 8917274
) > MO MRO OV B OB ®® | © ©On [
(v} ~ ON —ON O DO M O o << @
c © NO MOO DM OM VO DO D NOD [ye]
5 < OB BIBLLLL LY B B On ©
< % o N S NF IO Y 6 & IO ©
2 3 QY NS0T 33 38§38 2
S © ©wwo OO~ L N~ oS~ © ‘
2 - . |!|I\. X ’\W :l\l‘u I o L,
e T i i
E 50 L _n-18 J n15 4 n-12 J n9
. n-15 - n-9 -
< solReference L gy n-12 y n6 891.7313
600 650 700 750 800 850 900
mjz

(n) TG 16:0_16:0_28:5(n-6,9,12,15,18)

o
927.7885 767.6633

o

885.7779 887.7572 847.7259 807.6946 7256527
CID-MS/MS 845.7466 805.7153 765.6840
ESIC) ESI(+) 5515071 7096176
NL of 28:5 acyl NL of 16:0 acyl
&H:.0 &H:0
100 .
MS/MS was not acquired £ [M+NHJ+
£50 982.8882
¢ L
0 y | L 11ik . 1
250 500, 750
OAD-MS/MS me
wofMeasurement____________________ X100 . 982.8862
8 (o2} © o o ™ @ N~ o~ ©o
3 gz, 8% 25 3B g
< < © O+ - O 0 N 0 WO [
s < © 2t KR NN =N ~
T Il w Og 0o~ O N 0N ~
< N © 2 o o < < @ © o
S I~ NS oy 0, ooll @ o
a3, g Il Mo —alld, " lu
® i w‘\ T H‘\ =t w‘\ Tt w‘\ T ‘\
(9
2
S s
2 Lon18 . N15 o pq2 . N9 g
“100{Reference 982.879
700 750 800 850 900 950
mjz
(p) SM 18:1(A4);20/28:4(n-6,9,12,15);0
671.4759
670.4680

669.4602 O e

—/
/\/\/\/\/\/\Wo 0[\ 0\/\&/
I\

HN

o
824.6038 704.5099

OH

782.5932 784.5725 T744.5412 662.4993
742.5619 702.5306
CID-MS/MS
ESI() ESI(+)
184.0754
CsH1sNOsP+
100

MS/MS was not acquired

IM+H]
879.6976
0 — T T |
250 500 750
miz
OAD-MS/MS
1ofMeasurement_____________________%X46 __________________________879.7026
@ [ R lel oo © N~ <t ™ o
Q O NOO < <t © © ™ (=2}
< O OO o © < D ®© o
T 5 OIS © b 09 o0 ]
o NOO o < N < N < <
S 88BL .9| R R RR &
3 . . Il il il N L
s T i i i y
2., a4
o - =
2 L n15 , n12 n-9 n-6
 100{Reference 879.6950
600 650 700 750 800 8t
mjz
(r) SM 18:1(A4);20/30:5(n-6,9,12,15,18)
681.4965

680.4887 | e

/\/\/\/\/\/\/%’I:SAD/&P\O\/\&/
~ohrhhrbhoa o <
834.6245 674.4993

7926139  794.5932 754.5619 714.5306 6324887 °
752.5826 712.5513 672.5200
CID-MS/MS
ESI(-) ESI(+)
184.0754
CsH1sNO4P+
100
. g 264.2686
MS/MS was not acquired ce SPB 18:120 -2H:0 (MeH]
= . 889.7215
&
0 —* T T
250 50/0 750
OAD-MS/MS e
wofMeasurement_ ___________________.X67 __________________________¢ 889.7120
@ ~ nwn o © N~ o © N~ © —
o el ODN VO M < @ W0 @ W ©
< o] N OO 0 © © = O N
T 5 < oY II © 9 © 9 o 0 9
o o NY O« N < o oN <
< (s} NI~ | 0 - ool o, 0 (v}
S © ©©)| OO l\dN NN ~|~ 0 ‘ ”‘
2 R~ \“ Ll . A 1 AT N 1
s SRSAR I Aman e - }
2 A4
5% 15 9
3 L. n-18 L N- I n12 N9 4 n6 |
 100{Reference 889.7157
600 650 700 750 800 850



(s) SM 18:1(A4);20/30:5(n-6,9,12,15,18);0

(t) Cer 18:1(A4);20/30:5(n-6,9,12,15,18);0

697.4914 496.4148
696.4835 | OH ) 495.4070 | OH
AA/VV\NWO?' ~o. NN /\/\/\/\/\/\/%/Ebﬂm
HN |\ HN
\/\/\ﬁ\ﬂ\ﬁ\ﬁ\ﬁ\wo \/\/\:K\ﬁ\ﬁ\ﬁ\ﬁ\/\/\/\/\(&,
850.6193 690.4941 o 667.5533 507.4281 o
808.6087 810.5880 770.5567 730.5254  648.4835 625.5427  627.5220 587.4907 547.4594  465.4175
CID-MS/MS 768.5774 728.5461 688.5148 CID-MS/MS 5855114 5454801 505.4488
ESI(-) ESI(+) ESI(-) ESI(+)
252.2683 264.2715
889.6814 184.0754 < 738.6434 SPBC18:1;20 B 18:1,20 -2H:0
100 [M-CHs]- 16cCeHheNOP+ _— 100 :1:20 -Hl [M-H]- 100-CHOz s
= 168.0419 g 264.2715 90[5 71]57 9 e N of GH 2 g
2 2 . . S : ; of CHiOz | Hi 8
b C4H:uNO4P- < SPB 18:1:20 2H:0 S |sPBi8i20 /4113805 - ; < 282.2788 [M+H]+
E50 . E50 50 -G:HNO /305540 acyl -CH:0 ; 50 B 18:1,20 -H.0  722.6473
3 [M+CH:COO  § T \ ! " 439.35 F(M+CH:COO- T -
€ L 963.7235 < . £ w oyl [DO5TEE3E € . |
2%0 560/ 7%0 Z_L:O 55/0 7_%0 250 y 7_”:0
OAD-MS/MS me me OAD-MS/MS me
1oMeasurem: 100{Measure _.722.6417
g g 2
c c o
§ 50 § 50 E ‘
2 . 2 L |
o o T
2 $
B 50 % 50
K] Kol L
* 10{Reference 905.7105 100 rence 722.6445
600 650 700 750 800 850 900 400 450 500 550 600 650 700
mjz mjz
(u) SM 18:1(A4);20/30:6(n-3,6,9,12,15,18) (v) SM 18:1(A4);20/30:6(n-3,6,9,12,15,18);0
695.4757
gzg:z?gg I i /\/\/\/\/\/\BM/J‘ZQ/EQA i
834.6244 754.5618 1 |
7926139 7125513 A oo~ 850.6193 7706567 S ° o‘P\O\/\g‘/
\/:b/:b/‘~h/=b/=h/:b/\/\/\/\/\n/NH ° T\ 8086008 7285462 bt I\
o
874.6555 794.5931 7145305 674.4992 ° Wﬁ\ﬁ\/\/\/\/\ﬁ
832.6452 752.5826 672.5200 632.4887 890.6506 810.5880 730.5254  690.4941
848.6401 768.5775 688.5149 648.4836
CID-MS/MS CID-MS/MS
ESI(-) ESI(+) ESI(-) ESI(+)
184.0754 184.0754
CsHisNOP+ CsHisNOP+
100 100
f g 264.2715 . 3
MS/MS was not acquired < SPB 18:1:20 2H:0 MS/MS was not acquired < M+H]+
€50 [MH]+ €50 903.6983
3 887.7056 3
— T T | 0 r T r
250 50/0 750 250 50/0 750
OAD-MS/MS me OAD-MS/MS me
wofMeasurement_____________________XA43 . ________¢ 887.7055 woiMeasurement_____________________X48 _________________________€ 903.6945
g g HSP8 B3 BE OEE 28 3 g § 2888 25 §§ I8 8% &
s < o5 ¥ B B B © o w S © © 5 ¥ DbIII LB BH o B S © ©
T % o oY ©2 o ¥ P S N N g 50 © 0o FW © O © o © o © o =]
S 8 65| 56 o ROR R R 3.8 & S 3 gsaH%% ‘;“ﬁ SN 8% 33 3
3 I [ n L I b 3 i L i i I I i
: T T ”\ I\ ”I N\ ‘I‘\ w\ T g T T NI |\ H\ H\ W\ W\ T
£ n-18 n-12 n-6 g w0 18 ad 12 6
] | I n15 g on9 g n3 3 L 18 4y n5 y N2 ) p9 y MO 4 n3
* 100{Reference 887.6975 “ 100{Reference 903.7313
600 650 700 750 800 850 600 650 700 750 800 850 900
mjz mjz
(w) SM 18:1(A4);20/32:5(n-6,9,12,15,18) (x) SM 18:1(A4);20/32:5(n-6,9,12,15,18);0
709.5255 ;gigﬁg o
708.5176 | §" o ’ i
. 2 N\NV\NWO/P\O .
X o/of\o\/\&/ >/ 3§ TN
DA ING INg INg INg N e " |
8206428 8226221 782.5908 742.5595 6605176 878.6506 718.5254 o
780.6115 740.5802 700.5489 836.6400 838.6193 798.5880 758.5567 676.5148
CID-MS/MS CID-MS/MS 796.6087 756.5774 716.5461
ESI(-) ESI(+) ESI(-) ESI(+)
901.7200 184.0754 917.7150 184.0754
M-Cla]- CsHisNOsP+ [M-CHs}- CsHisNOP+
100 100 100 100
= 168.0419 < = 168.0419 =
S g S 264.2686 S _ S 264.2656 [M+H]+
£50 CattuNOAP- £s0 SPB 18:1;20 -2H:0 M+H+ £50 CiHuNOP £50 SPB 18:1;20 -2H:0 933.7473
3 ' = ’ 917.7506 = / < :
3 %A;gn;%%% 3 l 3 IM*CH:COOL- 3 K
ol — T T ' 0 bl | | 01—~ 99.1'7493 o T T
250 50 ’ 750 250 50? 750 y 1000 250 500/ 750
OAD-MS/MS me me OAD-MS/MS me me
wofMeasurement_ ___________________.X57 ____________________ S 917.7531 wofMeasurement____________________.x36 __________________________°€ 933.7475
@ oo M® Q - on om ~ o< 0 < N © >
g 33 I g = 2N 28 o =3 I8 8
5 5 8E b 8 s n  Bh b BY ol 3o ©
k] ool ©o h=} © ©®o T © © © © © ©
S RR RR 5 & SRR ORR R R 3,3 &
3, 2 N ‘|\|| ‘|l|I . Il [ T
s 5 . —ir i i i 4
= e A4 15 9
2 ‘ ‘ ‘ ‘ z . n18 L N- I n12 4 N9 n6
100 rence 917.7470 100 \Reference 933.7418
600 650 700 750 800 850 900 600 650 700 750 800 850 900




	FigureS06_Brain_All
	FigureS06_brain_cover
	FigureS06_Brain1
	FigureS06_Brain2
	FigureS06_Brain3

	FigureS06_Common_All
	FigureS06_common_cover
	FigureS06_Common1
	FigureS06_Common2

	FigureS06_Eye_All
	FigureS06_eye_cover
	FigureS06_Eye1
	FigureS06_Eye2
	FigureS06_Eye3
	FigureS06_Eye4

	FigureS06_Feces_All
	FigureS06_feces_cover
	FigureS06_Feces1
	FigureS06_Feces2

	FigureS06_HumanPlasma_All
	FigureS06_humanplasma_cover
	FigureS06_HumanPlasma1

	FigureS06_Liver_All
	FigureS06_liver_cover
	FigureS06_Liver1

	FigureS06_Skin_All
	FigureS06_skin_cover
	FigureS06_Skin1
	FigureS06_Skin2

	FigureS06_Testis_All
	FigureS06_testis_cover
	FigureS06_Testis1
	FigureS06_Testis2
	FigureS06_Testis3
	FigureS06_Testis4


