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XEERTEFETINAESRIEEA TR T

BX AR AT BRI (Y (MS/MS) #H1TH .
KFREME/ LRI E FHRER
BFAE B UANPIERNRIREILR 1o
FEREEIETHEN, S§MERNI9H
BYEIN 16 28, TERANERSKNIEIT
BB 13 2. AXFNFEERS
Agilent MassHunter B4 B L RER
LC/MS/MS {28, PISRIIRIREIEALIE,

BIAPTIR G A ZE N ARBLBATIBAZISE
sBEmEFmOfmAL, EldE
BREEOLIRTFEMENER. BE]
DIRIEFT BRVE D DI RFEE LC DB
MS/MS £%8, SREBEEERENDE

VAE

=BtH
e o o e e o™
o

i

Rt
RERAER

i
o W

vy BEEEH

i

i

SRR S, FEAMEF,



*® 1. FEBERZE B FHMEXFIFAER

BERRZESI/T S BEF ey BERM = RIAR AR (pmol)/#E 5

B4UEZ (Sph) M +H]* NL, 18.0 Da 2 Sph(d17:1) 20
SHEES-1-BEER (STP) M +H]* RS 4 S1P(18:1) d7 40
ZSMEER% (dhCer) M +H]" e B 6 dhCer(d18:0/8:0) 50
TR (Cer(d)) [M+H]' MR 41 Cer(d18:1-d7/18:0) 50
B EtHEEERZ (Cer(m)) M+H]' SRR 1 Cer(d18:1-d7/18:0) 50
TR B RR-1-1EABS (C1P) M +H]* RS 1 Cer(d18:1-d7/18:0) 50
A D HERERERRZ (HexCer) [M+H] HEHAEER 13 HexCer(d18:1/15:0) d7 50
WS HEHEEEZ (Hex2Cer) [M+H]' MR 9 Hex2Cer(d18:1/15:0) d7 50
= CHEMERELEZ (Hex3Cer) M +HJ HEREER 5 Hex3Cer(d18:1/17:0) 50
GM3 WETHAE (GM3) M +H] R 6 Hex3Cer(d18:1/17:0) 50
WE g (SHexCer) M+ HJ Pl, m/z264.3 5 SHexCer(d18:1/12:0) 10
SHEAAE (SM) M +H]* Pl, m/z184.1 45 SM(d18:1/15:0) d9 100
BEASER (PA) M +H]* NL, 115.0 Da 4 PA(15:0_18:1) d7 50
HiRsELABHR (PC) M +H]* Pl, m/z184.1 70 PC(15:0_18:1) d7 100
JeEL R AR ERARRR (PC(0)) M +H]" Pl, m/z184.1 23 PC(15:0_18:1) d7 100
IRERRASERARE (45EERAE) (PC(P)) M+ H]' Pl, m/z184.1 28 PC(P-18:0/18:1) d9 100
BB AEBEABH (LPC) M+H]' P i 61 LPC(18:1) d7 100
A EBASEER CAm i) REWEF) (LPC(0)) M +H] Pl, m/z104.1 10 LPC(18:1) d7 100
BIMGEERASEAER (48RBAE) (LPC(P)) M+ H]* Pl, m/z104.1 6 LPC(18:1) d7 100
WERERL 2 E2R% (PE) M +HJ* NL, 141.0 Da 32 PE(15:0_18:1) d7 100
IR B AR 2 B2R% (PE(0)) M +HJ* NL, 141.0 Da 15 PE(15:0_18:1) d7 100
IHEEIST 2 B2RE (JBEEREAS) (PE(P)) M+H]' REBE 48 PE(P-18:0/18:1) d9 100
AMBEAEEE 2 E2RZ (LPE) [M+H] NL, 141.0Da 12 LPE(18:1) d7 100
AMGEERIST B2 (48EEHEA8) (LPE(P)) M +H]* NL, 171.9 Da 4 LPE(18:1) d7 100
BEREELANEZ (PI) M+ NH,]* NL, 277.0 Da 25 PI(15:0_18:1) d7 50
BERSELANEZ 2 R%ER (PIP1) M+ NH,]* NL, 357.0Da 1 PI(15:0_18:1) d7 50
JAMmBEAEETANEZ (LPI) [M +NH,J* NL, 277.0 Da 7 LPI(13:0) 20
TERERt 2 SR (PS) M +HJ* NL, 185.0 Da 4 PS(15:0_18:1) d7 50
WERSELHE (PG) M+ NH,]* NL, 189.0 Da 4 PG(15:0_18:1) d7 50
REEIEZES (CE) M+ NH,J* Pl, m/z369.3 27 CE(18:0) d6 1000
RS ABEIRZ (COH) [%;q?;);ﬂ‘ Pl, m/z161.2 1 COH(d7) 10000
Bt S ABEE2ES (DE) [M+NH,]" Pl, m/z367.4 4 CE(18:0) d6 1000
FRE-BERRE (FE-CE) M+ NH,]" PI, m/z383.3 4 CE(18:0) d6 1000
FE-fi SAEE RS (FFE-DE) [M+NH,]" Pl, m/z381.4 2 CE(18:0) d6 1000
—FRE-REEREE (ZRE-CE) M+ NH,]* Pl, m/z396.6 3 CE(18:0) d6 1000
TR ASRAER (FFA) [M-H]- SIM 16 FFA(18:1) d9 200
B E AR (AC) [M+H] Pl, m/z85.1 28 AC(16:0) d3 10
2BV ELRE YRR (AC-OH) M+ H]' Pl, m/z85.1 8 AC(16:0) d3 10
RE7HEL (BA) M+ NH," BURTF 2 FBES d4 50
ZBiHH (DG) M+ NH,]* NL, BgBAES 24 DG(15:0_18:1) d7 200
=FER (PMEERK, XBHR) (TG [NL]) M+ NH,J* NL, RERAER 77 TG(15:0_18:1-d7_15:0) 100
JREZEER (PMEERK, XBHR) (TG(0) [NL]) M+ NH,]* NL, RERAER 19 TG(15:0_18:1-d7_15:0) 100
ZhR [M+NH,]" Pl, m/z197.0 1 Hex3Cer(d18:1/17:0) 50
fER (AKX BURTF AR [+0] BURTF 6 BURTF -

'NL=iEEK, PI=BEF
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FHE2 2 B Sigma-Aldrich (St. Louis,
MO, USA), FREE (LC %) . 1-TE (LC
&) . K (LC/MS &) . ZENBRRAE
(hypergrade, LC/MS £, LiChrosolv)
¥ B Supelco (Bellefonte, PA, USA)o
NIST1950 QC ¥l B EEERITES
FEAMFR (Los Angeles, CA, USA),
FREEEPIRE 16:0 d3 (Larodan AB, Solna,
Sweden). AEEEZEE 18:0 d6 (CDN

Isotopes, Quebec, Canada). C18:1 d9 B&
FAER (Sigma-Aldrich, St. Louis, MI, USA)
M= EHEERE 17:0 (Matreya LLC,
State College, PA, USA) 48, FRERIRLY
&8 Avanti Polar Lipids (Alabaster, AL,
USA)o

HERITES

T NEPR DT ST IE FRBIERE,
RRimmAS MERS, SERERMUE
FRICHI AR AR R RS B AT, (R
EMHETHENITESY (R 2), BN

FCHIBYESY) (3120 SPLASH LIPIDOMIX
FigtnEmR (Avanti)) BEIFFER. WIRE
BRAFIENEMALL, WEEERE N
i ELEYRRERE, FEERTE
RSB AN R 75 A S o

MERERIGNEMAIFIZE -80 °C T
BF. BEHEIRREY, BiERBEAEE
B, REEART 11 & REH, RELR
BUIk 2 % 3 FIFFIRIAMEE SRR
E. REBFREEERES, B3—ME

FRENITEUREY), SUEYHIRERE

xR2 NFER
Avanti SPLASH
fE&ER TRARREYRE pmol/#dm LIPIDOMIX"?*?
B SFE | (umol/L) (umol/L) (10 pL) il Rz B"s BEFE
AC(16:0) d3 439.09 100 1 10 CHCI;:MeOH (1:1) Larodan 71-1746-5 =
CE(18:0) d6 659.16 2000 100 1000 CHCI;:MeOH (1:1) CDN isotopes D-5823 &
Cer(d18:1-d7/18:0) 572.99 200 5 50 CHCl;:MeOH (1:1) Avanti 860677P &
HBER d4 412.61 200 5 50 CHCI;:MeOH (1:1) Cayman 20849 &
COH(d7) 393.69 20000 1000 10000 CHCl;:MeOH (1:1) Avanti 700041P 2
DG(15:0_18:1) d7 587.97 800 20 200 CHCl;:MeOH (1:1) Avanti 791647 =
dhCer(d18:0/8:0) 427.71 200 5 50 CHCl;:MeOH (1:1) Avanti 860626P &
FFA(18:1) d9 291.52 3000 20 200 CHCl;:MeOH (1:1) Avanti 861809 &
Hex2Cer(d18:1/15:0) d7 855.21 400 5 50 CHCl;:MeOH:H,0 (1:1:0.2) Avanti 330727 &
Hex3Cer(d18:1/17:0) 1038.35 100 5 50 CHCl;:MeOH:H,0 (1:1:0.2) Matreya LLC 1523 &
HexCer(d18:1/15:0) d7 693.06 400 5 50 CHCl;:MeOH (1:1) Avanti 330729 &
LPC(18:1) d7 528.71 400 10 100 CHCl;:MeOH (1:1) Avanti 791643 2
LPE(18:1) d7 486.63 400 10 100 CHCI;:MeOH (1:1) Avanti 791644 =
LPI(13:0) 547.57 200 2 20 CHCl;MeOH (1:1) Avanti 850101 &
PA(15:0_18:1) d7 689.93 400 5 50 CHCI;:MeOH (1:1) Avanti 791642 2
PC(15:0_18:1) d7 753.09 400 10 100 CHCl;:MeOH (1:1) Avanti 791637 =
PC(P-18:0/18:1) d9 781.19 400 10 100 CHCI;:MeOH (1:1) Avanti 852475 =
PE(15:0_18:1) d7 711.01 400 10 100 CHCl;MeOH (1:1) Avanti 791638 2
PE(P-18:0/18:1) d9 739.11 400 10 100 CHCI;:MeOH (1:1) Avanti 852474 2
PG(15:0_18:1) d7 764.01 400 5 50 CHCl;:MeOH (1:1) Avanti 791640 =
PI(15:0_18:1) d7 847.12 400 5 50 CHCl;:MeOH (1:1) Avanti 791641 2
PS(15:0_18:1) d7 777.00 400 5 50 CHCl;:MeOH:H,0 (1:1:0.2) Avanti 791639 =
S1P(18:1) d7 386.52 400 4 40 CHCl;:MeOH:H,0 (1:1:0.2) Avanti 860659 =
SHexCer(d18:1/12:0) 741.03 200 1 10 CHCl;:MeOH (1:1) Avanti 860573P &
SM(d18:1/15:0) d9 698.06 800 10 100 CHCl;:MeOH (1:1) Avanti 860686 &
Sph(d17:1) 285.47 400 2 20 CHCl;:MeOH (1:1) Avanti 860640P =
TG(15:0_18:1-d7_15:0) 812.35 400 10 100 CHCl;:MeOH (1:1) Avanti 791648 =

! Avanti SPLASH LIPIDOMIX FRARE & IbAFRFIRISEE CE Al SM iR, BEAEMITESR
* GREEABEAT SN L SPLASH Il Lipidomix SEARRIFZ iR, ABEEE (COH). PA #1 PG ARSI LL SPLASH | LIPIDOMIX By iR
° SPLASH LIPIDOMIX FRBIFREITERFIEEREE 3 FIhFRIGRE
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HITR 2% 475, BENIFEGYET
HAEMICATBELIE 15 2%, HRT
BRE, ARHTHOERUERRER, #
7 -80 °C TMERE.

HIFZFRUAET

AEE AT IRFERNOBREZEIRST, &
ERDENRIFREERAEEZR (1 /)
B , BEJCGALIE 15 D%, AERIE
BE. RAREETRTIEMEARRNA
oREY (BMRFERMER 10 pL) , 3
BEHEARTEE 10 mmol/L BEREEM+
BEAERW 11 TE:REHR, BREBEL
215 0%k, a0, NREEEEY 100 P
m, WFIE 1 mL RIREEY), FREE
AFEHE 10 mmol/L BERERRY 10 mL 117
TEEFEH,

BmESTIR. FEN S EURINBRE
=T

AEERH DR BIER T — MEmE
$HI%, HEE 7 A IRE AL
BlnF. HFRERFEXNINE, 8T
B, ABRKHESIN LC/MS/MS #1750
o AT RIMX—BR, RPXFELEE
HITHENL DB, REJRERERE NIRRT
ERRERH. BRSIHEXMENERA
ST B RIRIFECYY, MREINFFHRZEN
BENL D BCo

bela, BE N AENREFRININES
HJZRA, PQCs. NIST1950 QCs. =

# AR — R fE B AR B2 P 3R EY,
M TQCs MM Z BB & H A MR P2
B, X RBELNEREUE, HiMz
NEEBANRE GRMFAHIRIE]) , L
RICNEREREERNEIR. TXRET
STAEEHIRARARMER, UKR
NN BERRESYIRFFBER.

3% FREFH (PQC)

PQC ¥ mEXEMNRERSEE (n = 8-20)
MRAR, BENGHEBEDEUBRR
fiEF, FH1E -80°C TEfF. N 7T HLE
B REPsI NNEMRE, SR 15 MF
mIIA 1 DD PQC & (B8R
ZLEE 10 D PQC i) o BT XER
mfy %CV A LS m A A T 2 5|
NBNRE, UNEREFRFEHITEH
REEBNBS HATHUR EEXT o

RABREREHF (TQC)

WIZEEAT PQC RIERIMRAIF D1
1, REGHEBYILUBRERER,
8 TQC #Ffh. MHMRERERGE, X
TQC HmA KM NEEZM It (9
BE. RENEZEE) BURERE.
B8 15 DEMF LN 1 D TQC 5
m, SMUREDES 10 TQC o

NIST1950 FiE#=H (NIST1950 QC)
NIST1950 B—FmEMEN I KR,
A0 NIST1950 BfztF m X B BT /EH
EEXS LB =R EIFRAE, TR
STEAEEF NIST1950 QC WUE St =
AR RE, NBRZRRMERL, B
NIST1950 QC #RREFHES (10 uL) £
A Eppendorf ZEVEAH, &8 30 MEH
MO 1T NEZNIST1950 QC #5, &1
#orZEDEE 84 NIST1950 QC 5o

TEEM

FEMFEE 10 uL milliQ KARL, IIAE
BEREANTHIERES, TAFER5%E
YItE&RA PQC EIETHITEEL, &% 30 ™
@A 1 AHEINT=aER, 80t
REDES 5 NEAER.

N B =57

AbF IR R ENEHRMNE R R YEHERS
Zv, RPRBMEFmIENEATIS, £8
MEEYEBEARS, mMEHBMESRN
ALUTTEHER
FRERRBINEETELNBRBE 1.5 mL
MEELOEFRHITIERIEE. & 10 uL M
#5100 pL ZEUBFIRE, ZBUATIHR
26 10 mmol/L FERERH T Bz ez (1:1)
MEBNRITESYAR (R2). R
BeMERRIERS 57, HEBAKA
IR 1 0BT, SREMREFE 21-25°C. AT



—

STAERHAITEL (13000 xg, 10 9364,

20°C), #BLEREBESRSE 200 L
WIMAIEE (5183-2085) £ 1.5 mL
AR (5190-9062) . [ZfEF
PTFE/FEIR A Z (5185-5820) 1% @58
., HMTE -80 °C MMERE, TEOEIA
BE EHENY, HIUBBEEZEER (1 /)
BY) , BEACALIE 15 98, 2ERIE

BHANTISENERERIE 2 MX 5
Ffi7Ro
ZRAEERASHEETRCEIREA
BEFRR Agilent 6495C = EPURITR G
B RSB,

R 3 PHIGENGERME

EFIRERY) (1 pL, #EHTF 0.1 pL M)

#HE, FRA 16 oHBEHRTOR, D
BEMENR 3, HAF] 08 NHINE
B WA LUERANEIRE, @F 13 2
HIBERR (XX 4) RELONE

24 Agilent 1290 Infinity/Infinity I LC
BE, SAEMEEMNZRN B shHESR . R Agilent ZORBAX Eclipse Plus C18, 100 x 2.1 mm, 1.8 ym (2542 959758-902)
WEREEEHTSESON, FJLURRBNA E&TIRER Agilent 1290 Infinity Il 7E£2i2 528, 0.3 um (EB4S 5067-6189)
83k 5991-5724" Fik, 7E Bravo T4 ) 457c
{55F0 06 FLARMHTHE R AEEVR 1, AR [k (RS 01 e )
Brhi#ti¥eaE 20°C
X 3 - B, 3s, 11 TELEE
{ge#n LC/MS/MS 7574 HH R CEAERERD, 105, 1:1 I A/B
2/ Agilent 1290 Infinity/Infinity |1 #&48 A) 10 mmol/L RESSE, 5 pmol/L RIBEKTERITIG (RBES 5191-3040) ) 5:3:2 kMR
BERASBRONMENS, BRGE | ol R e—
i * /BRI B FARIAERIRA
TR 0.4 mL/min
- Agilent 1290 Infinity B&h#EH¥28 BiE %B
(G4226A) 3: A LUE AR AT 8] 55 5
F2IEE/)\BY 1290 Infinity Il Multisampler R
HEER 9.1 93
(G7167B) = e
N I 111 100
— Agilent 1290 Infinity I| &3 (Zit) & 12 100
N 2.2
(G7120A, TERBERHAR) 6 s
~ Agilent 1290 Infinity || BEBEEH | FLT9 16 min
. - [EIE(TRS x
(G7116B), E2& Agilent InfinityLab =
Quick Change 2 1i/10 @R EIIRIFE K
(AT E, &S 5067-4240)
@it 2 B 2
FERRIR/ B nh# iR ER FERIR/ B Th B AE 2R E&
BER ERig BER ERiE
p—
IE1-10 L—mp——— & 1-2 e ——
i 1

2. IR E, BIIRIRE RSB E B LR



Bl RANSEZRMEN (AMRM) #1T R4 WS BENEISEY

\ VEEE S e =g
LC/MS/MS 731fTo MS (XEESHHME TR B8 Agilent 1290 Infinity/Infinity Il LC
FHUIK 6 Fme BRIZTTEBFRNE DI IR Agilent ZORBAX Eclipse Plus C18, 100 x 2.1 mm, 1.8 pm (Zf#4S 959758-902)
LEFMER, BEEZEIARINE, TR 4 Agilent 1290 Infinity Il ZE£538588, 0.3 um (S 5067-6189)
L) 45°C
HEE 1pL (F85TF 0.1 pL M%)
Hohi#ERRRE 20°C
s == AR, 3s, 1:1 TEE:HREE
RS AR, 10, 11 bt A/B
A) 10 mmol/L FEREE, 5 pmol/L REFCEEFIRMF (S4S 5191-3940) B 5:3:2 /K. ZF&E:
iEnia SREDR
o B) 10 mmol/L FREREEAY 1:9:90 /K. Z % RREAR
* BN EREhAE B PRI ZESEFIARINF
IR 0.4 mL/min
R A (G7120A) X B (G7120A)
Bl %B BHE  %B
0 15 0 15
2.5 50 1 15
26 57 2 100
BERE 9 70 6 100
9.1 93 7 15
11 9% 12.9 15
111 100
12 100
122 15
129 15
{Z1ERTE] 13 min
JEE1ThYE] x
MCT @& ERYUEME, BTEEMRG
x5 PHRENREGIEEXTAGSE
{k=+ SRR S
ZaRESS V35 Jet Weaver S84 G7120-68135
MIRE B ohi#tiF e EL FHENEMLE, KR 0.17 mm, 600 mm G1312-67305
EIPS §HL4BfF, 0.12mm 64226-87201
FHEE $HEE, MR 0.12mm G4226-87012
MEITTEME REFMELE, 0.17x 160 mm, S/SL, ps/ps G4226-60301
HRESFANG 20 pL EEIRAH G4226-60310
Bani#iF2s sl MCT REMEME, 0.12x 500 mm, HEKEE 5500-1157
IR FRAETE RS, 1.6 uL G7116-60015
ERRELT SRS Quick Connect HUREZLAM, FHM, 0.12x 105 mm 5067-5957
ARMpERH/ HOEL Quick Turn AR & IEEX 5067-5966
PEEK E4ZI MS PEEK &%, M2 0.13mm, 700 mm 0890-1915
' B SSER T FHRRRIBGIEERE, MR Agilent 1290 Infinity Il Multisampler, LS SHFR

A



AL R ENEE

ZFHEN— K BEE RSN P ERS
Z NN (AMRM), RN ENES
ZHIRERAFHKRERFERER, BIEX
SMEEERNFERBREEOD, £
B NEENERETHRIANSE =3
B TERERME, ZARBHIEEORT
EH MRM %, HEFEEUAFIEF
ER. XM ERNENENS=TL, H
EKSM AR ERE (B 3),

£ Agilent MassHunter RER#H 4
% dMRM 757%, EFRESMBEREmH
MRM 385 &R E R (R B BT B KZK
ULE, REETEIILER A1 (BOMR) . F
REMERERNARMATER IR E
BEEHM MRM BT, RAJEERRSIHA,

/8 Agilent Source Optimizer ZX{HF1L

xR 6. MSUESE

31 Agilent 6495C = E MR RFREXA RS
BFR RIS
Rt ERHR
SEBRE 150 °C
Fis (AR 17 L/min
ZhBIAUR 20 psi
#HS 200°C
MR 10 L/min
EMEBE 3500V (+), —3000V (-)
T ER I 1000V (+), —1500 V (-)

iFunnel i=/1&E 7] RF

200/110V (+), 150/60V (-)

P

B2 MRM (dMRM)

Q1/Q2 DR 24 (0.7 amu)

Delta EMV 100V (+), 0V (-)

T4t IR EEE 4-5V

&3 B a] 650 ms

ENEIPORe 0.07 min

MRM 2%k 665 (IEEF: 646, fAEF: 19)

AJS BF RS, FEAEEREN
REE, % 650 ms fENTEIRETE], BFXIREM 763 W)\Hbﬁﬁﬁmwo ] 5 ms, BMMEHZATETREEE, 6495C
FEENEFRIFEBHEEHIESR, M ?_ 665 NMEFXH, B K" MBS LC/TQ {HAAREISEX L &SP REE R
MM ENER. AARFE 665 1~ BET 115 MNEFXN, FHWHEEBNEA BRBEEE ERER51T18I9) .
7 MRM 4t R
1201 MRM E%4 665
110 =/)N MRM H & %k 1
BK MRM H £ 115
1004 RIGH e8] 1.71ms
REE BT 647.72 ms
901 A EERBTIE] 511.29 ms
801
ﬁ 701
*
s 60
[a 4
s
50
401
301
201
10
005 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 10.5 110 115 120 125 13.0
{REZBYIE] (min)

Bl 3. MRM FH A S5FEE, B 7 SEEEA MRM FH A EH dAMRMCEE, MR SR T HEHEM MRM H &2 #0040 2A dMRM

gtk



Al oA SRz ST )4 i
AXHFERANERGZIUER Lipid
Maps BXEEHIERIIERE, LI Liebisch &
AEEARNBEERSE, MiEEEa
BRERRIFRE, ERETIFARIEDN
BRT, UmEFMWENSEm (B
PC(38:4)) FiTo

A, EHE TEESEAMNBERT,
R\ ZMULE PC(38:4) BEeh RN
PC(18:0.20:4)) » Xtb¥ BAFTHMASR
LA, THAELR FRERRRMAIE
EANERT, WA PC(18:0/20:4), H
1807 sn-1 &, 204 7E sn-2 (L&,
BEdEIEDBEHRTERIEAESE
(a) 2% (b) #Ric, a0 PC(P-17:0/20:4) (a)
1 PC(P-17:0/20:4) (b), Hrh (a) M (b) &
TRt o

ZHERIRE T ZHEETREN. R
M &R DTS ST Rt 1T ST,
—RIBERT, BMEEZD MRM BFXY
BE AN A ERIRE A IR H B B2 pV4S
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£ A1 FiE dMRM BFXIH Agilent MassHunter SRER ¥

AR MS1 MS2 | {REEYiE] HR
HwEMES| wWEYMA EMRIR AtR? BEF |9DWE| FEF |HS¥WE| (min) | ART | BE |RiEEE | HIEREE | &4
1 AcylCarn AC(10:0) FALSE 316.3 Unit 85.1 Unit 0.9 0.6 166 30 5 Positive
2 AcylCarn AC(12:0) FALSE 3443 Unit 85.1 Unit 1.2 0.6 166 30 5 Positive
3 AcylCarn AC(12:1) FALSE 342.3 Unit 85.1 Unit 1.0 0.6 166 30 5 Positive
4 AcylCarn AC(13:0) FALSE 358.3 Unit 85.1 Unit 1.4 0.6 166 30 5 Positive
5 AcylCarn AC(14:0) FALSE 3723 Unit 85.1 Unit 1.8 0.6 166 30 5 Positive
6 AcylCarn AC(14:0)-0H FALSE 388.3 Unit 85.1 Unit 1.4 0.6 166 30 5 Positive
7 AcylCarn AC(14:1) FALSE 370.3 Unit 85.1 Unit 1.5 0.6 166 30 5 Positive
8 AcylCarn AC(14:1)-OH FALSE 386.3 Unit 85.1 Unit 1.1 0.6 166 30 5 Positive
9 AcylCarn AC(14:2) FALSE 368.3 Unit 85.1 Unit 1.2 0.6 166 30 5 Positive
10 AcylCarn AC(15:0) (a\b) FALSE 386.3 Unit 85.1 Unit 21 1 166 30 5 Positive
11 AcylCarn AC(16:0) FALSE 400.4 Unit 85.1 Unit 2.5 0.6 166 30 5 Positive
12 AcylCarn AC(16:0)-OH FALSE 416.4 Unit 85.1 Unit 2.0 0.6 166 30 5 Positive
13 AcylCarn AcylCarnitine 16:0 d3 (IS) TRUE 403.4 Unit 85.1 Unit 2.5 0.6 166 30 5 Positive
14 AcylCarn AC(16:1) FALSE 398.3 Unit 85.1 Unit 2.0 0.6 166 30 5 Positive
15 AcylCarn AC(16:1)-OH FALSE 414.3 Unit 85.1 Unit 1.6 0.6 166 30 5 Positive
16 AcylCarn AC(17:0) (a\b) FALSE 414.4 Unit 85.1 Unit 2.8 0.6 166 30 5 Positive
17 AcylCarn AC(18:0) FALSE 428.4 Unit 85.1 Unit 3.2 0.6 166 30 5 Positive
18 AcylCarn AC(18:0)-0H FALSE 444.4 Unit 85.1 Unit 2.7 0.6 166 30 5 Positive
19 AcylCarn AC(18:1) FALSE 426.4 Unit 85.1 Unit 2.7 0.6 166 30 5 Positive
20 AcylCarn AC(18:1)-0H FALSE 442.4 Unit 85.1 Unit 2.2 0.6 166 30 5 Positive
21 AcylCarn AC(18:2) FALSE 4243 Unit 85.1 Unit 2.2 0.6 166 30 5 Positive
22 AcylCarn AC(18:3) FALSE 422.3 Unit 85.1 Unit 1.9 0.6 166 30 5 Positive
23 AcylCarn AC(20:3) (a\b) FALSE 450.3 Unit 85.1 Unit 2.5 0.6 166 30 5 Positive
24 AcylCarn AC(20:3)-0H FALSE 466.3 Unit 85.1 Unit 2.1 0.6 166 30 5 Positive
25 AcylCarn AC(20:4) FALSE 448.3 Unit 85.1 Unit 2.2 0.6 166 30 5 Positive
26 AcylCarn AC(20:5) FALSE 446.3 Unit 85.1 Unit 1.8 0.6 166 30 5 Positive
27 AcylCarn AC(22:5) FALSE 4743 Unit 85.1 Unit 23 0.6 166 30 5 Positive
28 AcylCarn AC(22:5)-0H FALSE 490.3 Unit 85.1 Unit 2.0 0.6 166 30 5 Positive
29 AcylCarn AC(22:6) FALSE 472.3 Unit 85.1 Unit 2.2 0.6 166 30 5 Positive
30 AcylCarn AC(24:0) FALSE 512.3 Unit 85.1 Unit 5.0 0.6 166 30 5 Positive
31 AcylCarn AC(24:1) (a\b) FALSE 510.3 Unit 85.1 Unit 4.4 0.6 166 30 5 Positive
32 AcylCarn AC(26:0) FALSE 540.3 Unit 85.1 Unit 59 0.6 166 30 5 Positive
B8] AcylCarn AC(26:1) FALSE 538.3 Unit 85.1 Unit 5.0 0.6 166 30 5 Positive
34 CE CE(14:0) FALSE 614.6 Unit 369.3 Unit 11.6 0.4 166 10 5 Positive
85) CE CE(15:0) FALSE 628.6 Unit 369.3 Unit 11.7 0.4 166 10 5 Positive
36 CE CE(16:0) FALSE 642.6 Unit 369.3 Unit 11.8 0.4 166 10 5 Positive
37 CE CE(16:1) FALSE 640.6 Unit 369.3 Unit 11.6 0.4 166 10 5 Positive
38 CE CE(16:2) FALSE 638.6 Unit 369.3 Unit 11.4 0.4 166 10 5 Positive
39 CE CE(17:0) FALSE 656.6 Unit 369.3 Unit 11.9 0.4 166 10 5 Positive
40 CE CE(17:1) FALSE 654.6 Unit 369.3 Unit 11.7 0.4 166 10 5 Positive
41 CE CE(18:0) FALSE 670.7 Unit 369.3 Unit 12.1 0.4 166 10 5 Positive
42 CE CE 18:0-d6 (IS) TRUE 676.7 Unit 375.3 Unit 12.0 0.4 166 10 5 Positive
43 CE CE(18:1) FALSE 668.6 Unit 369.3 Unit 11.8 0.4 166 10 5 Positive




AR MS1 MS2 | {REEYiE] HR
HEMES| wWEYMA EMRIR AtR? BEF |9WE| FEF |HS¥WE| (min) | ART | BE |RiEEE | HIEREE | &%
44 CE CE(18:2) FALSE 666.6 Unit 369.3 Unit 11.6 0.4 166 10 5 Positive
45 oxLipid CE(18:2) [+OH] FALSE 682.6 Unit 369.3 Unit 10.9 0.6 166 10 5 Positive
46 CE CE(18:3) FALSE 664.6 Unit 369.3 Unit 11.4 0.4 166 10 5 Positive
47 CE CE(20:0) FALSE 698.7 Unit 369.3 Unit 12.2 0.6 166 10 5 Positive
48 CE CE(20:1) FALSE 696.7 Unit 369.3 Unit 12.0 0.4 166 10 5 Positive
49 CE CE(20:2) FALSE 694.7 Unit 369.3 Unit 11.8 0.4 166 10 5 Positive
50 CE CE(20:3) FALSE 692.6 Unit 369.3 Unit 11.7 0.4 166 10 5 Positive
51 CE CE(20:4) FALSE 690.6 Unit 369.3 Unit 11.5 0.4 166 10 5 Positive
52 oxLipid CE(20:4) [+OH] FALSE 706.6 Unit 369.3 Unit 10.9 0.6 166 10 5 Positive
53 CE CE(20:5) FALSE 688.6 Unit 369.3 Unit 1.3 0.4 166 10 5 Positive
54 CE CE(22:0) FALSE 726.7 Unit 369.3 Unit 12.4 0.6 166 10 5 Positive
55) CE CE(22:1) FALSE 7247 Unit 369.3 Unit 12.2 0.4 166 10 5 Positive
56 CE CE(22:4) FALSE 718.7 Unit 369.3 Unit 1.7 0.4 166 10 5 Positive
57 CE CE(22:5) FALSE 716.6 Unit 369.3 Unit 11.5 1 166 10 5 Positive
58 CE CE(22:6) FALSE 714.6 Unit 369.3 Unit 11.4 0.4 166 10 5 Positive
59 CE CE(24:0) FALSE 754.7 Unit 369.3 Unit 12.6 0.4 166 10 5 Positive
60 CE CE(24:1) FALSE 752.7 Unit 369.3 Unit 12.4 0.4 166 10 5 Positive
61 CE CE(24:4) FALSE 746.7 Unit 369.3 Unit 11.9 0.4 166 10 5 Positive
62 CE CE(24:5) FALSE 7447 Unit 369.3 Unit 11.7 0.4 166 10 5 Positive
63 CE CE(24:6) FALSE 742.7 Unit 369.3 Unit 11.5 0.4 166 10 5 Positive
64 Cer1P Cer1P(d18:1/16:0) FALSE 618.424 Unit 264.3 Unit 5.5 0.6 166 29 4 Positive
65 Cer Cer(d16:1/16:0) FALSE 510.6 Unit 236.3 Unit 6.7 0.5 166 25 5 Positive
66 Cer Cer(d16:1/18:0) FALSE 538.6 Unit 236.3 Unit 7.8 0.5 166 25 5 Positive
67 Cer Cer(d16:1/20:0) FALSE 566.6 Unit 236.3 Unit 9.1 0.5 166 25 5 Positive
68 Cer Cer(d16:1/22:0) FALSE 594.6 Unit 236.3 Unit 10.1 0.5 166 25 5 Positive
69 Cer Cer(d16:1/23:0) FALSE 608.6 Unit 236.3 Unit 10.2 0.5 166 25 5 Positive
70 Cer Cer(d16:1/24:0) FALSE 622.6 Unit 236.3 Unit 10.3 0.5 166 25 5 Positive
71 Cer Cer(d16:1/24:1) FALSE 620.6 Unit 236.3 Unit 10.1 0.5 166 25 5 Positive
72 Cer Cer(d17:1/16:0) FALSE 524.6 Unit 250.3 Unit 7.2 0.5 166 25 5 Positive
73 Cer Cer(d17:1/18:0) FALSE 552.6 Unit 250.3 Unit 8.4 0.5 166 25 5 Positive
74 Cer Cer(d17:1/20:0) FALSE 580.6 Unit 250.3 Unit 9.7 0.5 166 25 5 Positive
75 Cer Cer(d17:1/22:0) FALSE 608.6 Unit 250.3 Unit 10.2 0.5 166 25 5 Positive
76 Cer Cer(d17:1/23:0) FALSE 622.6 Unit 250.3 Unit 10.3 0.5 166 25 5 Positive
77 Cer Cer(d17:1/24:0) FALSE 636.6 Unit 250.3 Unit 10.4 0.5 166 25 5 Positive
78 Cer Cer(d17:1/24:1) FALSE 634.6 Unit 250.3 Unit 10.2 0.5 166 25 5 Positive
79 Cer Cer(d18:1/16:0) FALSE 538.5 Unit 264.3 Unit 7.8 0.7 166 25 5 Positive
80 Cer Cer(d18:1/18:0) FALSE 566.6 Unit 264.3 Unit 9.0 0.7 166 25 5 Positive
81 Cer Cer(d18:1/20:0) FALSE 594.6 Unit 264.3 Unit 10.1 0.7 166 25 5 Positive
82 Cer Cer(d18:1/21:0) FALSE 608.6 Unit 264.3 Unit 10.2 0.7 166 25 5 Positive
83 Cer Cer(d18:1/22:0) FALSE 622.6 Unit 264.3 Unit 10.3 0.7 166 25 5 Positive
84 Cer Cer(d18:1/23:0) FALSE 636.6 Unit 264.3 Unit 10.4 0.7 166 25 5 Positive
85 Cer Cer(d18:1/24:0) FALSE 650.6 Unit 264.3 Unit 10.5 0.7 166 25 5 Positive
86 Cer Cer(d18:1/24:1) FALSE 648.6 Unit 264.3 Unit 10.3 0.7 166 25 5 Positive
87 Cer Cer(d18:1/26:0) FALSE 678.6 Unit 264.3 Unit 10.7 0.7 166 25 5 Positive
88 Cer Cer(d18:1-d7/18:0) (IS) TRUE 573.6 Unit 271.4 Unit 9.0 1 166 25 5 Positive
89 Cer Cer(d18:2/16:0) FALSE 536.5 Unit 262.3 Unit 6.9 0.7 166 25 5 Positive
90 Cer Cer(d18:2/18:0) FALSE 564.6 Unit 262.3 Unit 8.1 0.7 166 25 5 Positive




AR MS1 MS2 | {REEYiE] HR
HEMES| wWEYMA EMRIR AtR? BEF |9WE| FEF |HS¥WE| (min) | ART | BE |RiEEE | HIEREE | &%
91 Cer Cer(d18:2/20:0) FALSE 592.6 Unit 262.3 Unit 9.3 0.5 166 25 5 Positive
92 Cer Cer(d18:2/22:0) FALSE 620.6 Unit 262.3 Unit 10.1 0.5 166 25 5 Positive
93 Cer Cer(d18:2/23:0) FALSE 634.6 Unit 262.3 Unit 10.2 0.5 166 25 5 Positive
94 Cer Cer(d18:2/24:0) FALSE 648.6 Unit 262.3 Unit 10.4 0.5 166 25 5 Positive
95 Cer Cer(d18:2/24:1) FALSE 646.6 Unit 262.3 Unit 10.1 0.5 166 25 5 Positive
96 Cer Cer(d18:2/26:0) FALSE 676.6 Unit 262.3 Unit 10.5 0.5 166 25 5 Positive
97 Cer Cer(d19:1/18:0) FALSE 580.6 Unit 278.3 Unit 9.4 0.5 166 25 5 Positive
98 Cer Cer(d19:1/20:0) FALSE 608.6 Unit 278.3 Unit 10.1 0.5 166 25 5 Positive
99 Cer Cer(d19:1/22:0) FALSE 636.6 Unit 278.3 Unit 10.4 0.5 166 25 5 Positive
100 Cer Cer(d19:1/23:0) FALSE 650.6 Unit 278.3 Unit 10.5 0.5 166 25 5 Positive
101 Cer Cer(d19:1/24:0) FALSE 664.6 Unit 278.3 Unit 10.5 0.5 166 25 5 Positive
102 Cer Cer(d19:1/24:1) FALSE 662.6 Unit 2783 Unit 10.4 0.5 166 25 5 Positive
103 Cer Cer(d20:1/22:0) FALSE 650.6 Unit 292.3 Unit 10.5 0.5 166 25 5 Positive
104 Cer Cer(d20:1/23:0) FALSE 664.6 Unit 292.3 Unit 10.6 0.5 166 25 5 Positive
105 Cer Cer(d20:1/24:0) FALSE 678.6 Unit 292.3 Unit 10.7 0.5 166 25 5 Positive
106 Cer Cer(d20:1/24:1) FALSE 676.6 Unit 292.3 Unit 10.5 0.5 166 25 5 Positive
107 m18:0 Cer(m18:0/20:0) FALSE 580.6 Unit 268.4 Unit 10.3 0.6 166 35 5 Positive
108 m18:0 Cer(m18:0/22:0) FALSE 608.6 Unit 268.4 Unit 10.5 0.6 166 35 5 Positive
109 m18:0 Cer(m18:0/23:0) FALSE 622.6 Unit 268.4 Unit 10.6 0.6 166 35 5 Positive
110 m18:0 Cer(m18:0/24:0) FALSE 636.6 Unit 268.4 Unit 10.7 0.6 166 35 5 Positive
111 m18:0 Cer(m18:0/24:1) FALSE 634.6 Unit 268.4 Unit 10.5 0.6 166 35 5 Positive
112 m18:1 Cer(m18:1/18:0) FALSE 550.6 Unit 266.4 Unit 9.3 0.6 166 35 5 Positive
113 m18:1 Cer(m18:1/20:0) FALSE 578.6 Unit 266.4 Unit 10.1 0.6 166 35 5 Positive
114 m18:1 Cer(m18:1/22:0) FALSE 606.6 Unit 266.4 Unit 10.3 0.6 166 35 5 Positive
115 m18:1 Cer(m18:1/23:0) FALSE 620.6 Unit 266.4 Unit 10.4 0.6 166 35 5 Positive
116 m18:1 Cer(m18:1/24:0) FALSE 634.6 Unit 266.4 Unit 10.5 0.6 166 35 5 Positive
117 m18:1 Cer(m18:1/24:1) FALSE 632.6 Unit 266.4 Unit 10.4 0.6 166 35 5 Positive
118 Bile Acids CA FALSE 426.3 Unit 355.3 Unit 1.0 2 166 19 4 Positive
119 Bile Acids Cholic Acid d4 (IS) TRUE 430.3 Unit 359.3 Unit 1.0 1 166 19 4 Positive
120 COH COH FALSE 369.4 Unit 161.2 Unit 6.4 0.6 166 19 5 Positive
121 COH COH-d7 (IS) TRUE 376.4 Unit 161.2 Unit 6.4 0.6 166 19 5 Positive
122 DE DE(16:0) FALSE 640.6 Unit 367.4 Unit 11.6 0.6 166 10 4 Positive
123 DE DE(18:1) FALSE 666.6 Unit 367.4 Unit 11.6 0.6 166 10 4 Positive
124 DE DE(18:1) ester d6 (IS) TRUE 672.6 Unit 373.4 Unit 11.6 0.6 166 10 4 Positive
125 DE DE(18:2) FALSE 664.6 Unit 367.4 Unit 1.4 0.6 166 10 4 Positive
126 DE DE(20:4) FALSE 688.6 Unit 367.4 Unit 1.3 0.6 166 10 4 Positive
127 Bile Acids dxCA FALSE 410.3 Unit 357.3 Unit 1.6 2 166 15 5 Positive
128 DG DG(15:0 18:1) d7 (IS) TRUE 605.5 Unit 299.5 Unit 9.6 1 166 25 4 Positive
129 DG DG(14:0_16:0) FALSE 558.5 Unit 3133 Unit 8.8 1.4 166 25 5 Positive
130 DG DG(16:0_16:0) FALSE 586.5 Unit 313.2 Unit 10.1 1.4 166 25 5 Positive
131 DG DG(16:0_16:1) FALSE 584.5 Unit 313.2 Unit 9.1 1.4 166 25 5 Positive
132 DG DG(14:0_18:2) FALSE 582.5 Unit 285.2 Unit 8.1 1.4 166 25 5 Positive
133 DG DG(16:0_18:1) FALSE 612.6 Unit 3133 Unit 10.0 1.4 166 25 5 Positive
134 DG DG(16:1_18:1) FALSE 610.5 Unit 339.2 Unit 9.3 1.4 166 25 5 Positive
135 DG DG(16:0_18:2) FALSE 610.5 Unit 313.2 Unit 9.4 1.4 166 25 5 Positive
136 DG DG(18:0_18:1) FALSE 640.6 Unit 341.3 Unit 10.2 1.4 166 25 5 Positive
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137 DG DG(18:1_18:1) FALSE 638.6 Unit | 339.3 | Unit 10.1 14 | 166 25 5 Positive
138 DG DG(18:0_18:2) FALSE 638.6 Unit | 341.3 | Unit 10.1 14 | 166 25 5 Positive
139 DG DG(18:1.18:2) FALSE 636.6 Unit 339.3 Unit 9.6 1.4 166 25 5 Positive
140 DG DG(18:2_18:2) FALSE 634.5 Unit 337.2 Unit 8.7 1.4 166 25 5 Positive
141 DG DG(18:1_18:3) FALSE 634.5 Unit | 339.2 | Unit 8.8 14 | 166 25 5 Positive
142 DG DG(16:0_20:4) FALSE 634.5 Unit | 313.2 | Unit 9.2 14 | 166 25 5 Positive
143 DG DG(18:1_20:3) FALSE 662.6 Unit 339.3 Unit 10.0 1.4 166 25 5 Positive
144 DG DG(18:0_20:4) FALSE 662.6 Unit 341.3 Unit 10.1 1.4 166 25 5 Positive
145 DG DG(18:1_20:4) FALSE 660.6 Unit | 339.3 | Unit 9.4 14 | 166 25 5 Positive
146 DG DG(16:0_22:5) FALSE 660.6 Unit | 313.3 | Unit 9.3 14 | 166 25 5 Positive
147 DG DG(18:2_20:4) FALSE 658.5 Unit 337.2 Unit 8.5 1.4 166 25 5 Positive
148 DG DG(16:0_22:6) FALSE 658.5 Unit 313.2 Unit 8.9 1.4 166 25 5 Positive
149 DG DG(18:1_20:5) FALSE 658.6 Unit | 339.3 | Unit 8.6 14 | 166 25 5 Positive
150 DG DG(18:1_22:5) FALSE 686.6 Unit | 339.3 | Unit 9.8 1.6 166 25 5 Positive
151 DG DG(18:1_22:6) FALSE 684.6 Unit 339.3 Unit 9.1 1.4 166 25 5 Positive
152 DG DG(18:2_22:6) FALSE 682.6 Unit | 337.3 | Unit 8.2 14 | 166 25 5 Positive
153 dhCer dhCer(d18:0/16:0) FALSE 540.5 Unit | 284.3 | Unit 8.3 0.6 166 27 4 Positive
154 dhCer dhCer(d18:0/18:0) FALSE 568.6 Unit | 2843 | Unit 9.8 0.8 166 27 4 Positive
155 dhCer dhCer(d18:0/20:0) FALSE 596.6 Unit | 284.3 | Unit 10.2 0.8 166 27 4 Positive
156 dhCer dhCer(d18:0/22:0) FALSE 624.6 Unit | 284.3 | Unit 10.4 0.8 166 27 4 Positive
157 dhCer dhCer(d18:0/24:0) FALSE 652.7 Unit | 284.3 | Unit 10.6 0.8 166 27 4 Positive
158 dhCer dhCer(d18:0/24:1) FALSE 650.6 Unit 284.3 Unit 10.4 0.8 166 27 4 Positive
159 dhCer dhCer 8:0 (IS) TRUE 428.4 Unit | 284.3 | Unit 46 0.8 166 27 4 Positive
160 dimethyl-CE dimethyl-CE(18:1) FALSE 696.6 Unit | 397.3 | Unit 12.0 04 | 166 10 4 Positive
161 dimethyl-CE dimethyl-CE(18:2) FALSE 694.6 Unit 397.3 Unit 11.8 0.4 166 10 4 Positive
162 dimethyl-CE dimethyl-CE(20:4) FALSE 718.6 Unit 397.3 Unit 11.7 0.4 166 10 4 Positive
163 FFA FA(14:0) FALSE 227.2 Unit 227.2 Unit 3.1 2 166 0 4 Negative
164 FFA FA(16:0) FALSE 255.2 Unit | 255.2 | Unit 38 2 166 0 4 Negative
165 FFA FA(16:1) FALSE 253.2 Unit 253.2 Unit 3.3 2 166 0 4 Negative
166 FFA FA(17:0) FALSE 269.3 Unit 269.2 Unit 4.1 2 166 0 4 Negative
167 FFA FA(17:1) FALSE 267.2 Unit 267.2 Unit 3.6 2 166 0 4 Negative
168 FFA FA(18:0) FALSE 283.3 Unit | 283.3 | Unit 4.4 2 166 0 4 Negative
169 FFA FA(18:1) FALSE 281.3 Unit 281.2 Unit 3.9 2 166 0 4 Negative
170 FFA FA(18:1) d9 (IS) TRUE 290.3 Unit | 290.2 | Unit 3.9 2 166 0 4 Negative
171 FFA FA(18:2) FALSE 279.2 Unit | 279.2 | Unit 35 2 166 0 4 Negative
172 FFA FA(18:3) FALSE 277.2 Unit | 277.2 | Unit 3.1 2 166 0 4 Negative
173 FFA FA(20:2) FALSE 307.3 Unit 307.3 Unit 4.1 2 166 0 4 Negative
174 FFA FA(20:3) FALSE 305.3 Unit | 305.2 | Unit 3.8 2 166 0 4 Negative
175 FFA FA(20:4) FALSE 303.2 Unit | 303.2 | Unit 3.4 2 166 0 4 Negative
176 FFA FA(20:4) d11 (IS) TRUE 314.2 Unit | 314.2 | Unit 34 1 166 0 4 Negative
177 FFA FA(20:5) FALSE 301.2 Unit 301.2 Unit 3.0 2 166 0 4 Negative
178 FFA FA(22:4) FALSE 331.3 Unit | 331.3 | Unit 3.9 2 166 0 4 Negative
179 FFA FA(22:5) FALSE 3293 Unit | 329.2 | Unit 3.6 2 166 0 4 Negative
180 FFA FA(22:6) d5 (IS) TRUE 3322 Unit 3322 | Unit 3.2 1 166 0 4 Negative
181 FFA FA(22:6) FALSE 327.2 Unit 327.2 Unit 33 2 166 0 4 Negative
182 GM3 GM3(d18:1/16:0) FALSE 1153.7 Unit 264.3 Unit 49 1 166 61 5 Positive
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183 GM3 GM3(d18:1/18:0) FALSE 1181.8 Unit 264.3 Unit 5.6 1 166 61 5 Positive
184 GM3 GM3(d18:1/20:0) FALSE 1209.8 Unit 264.3 Unit 6.5 1 166 61 5 Positive
185 GM3 GM3(d18:1/22:0) FALSE 1237.8 Unit 264.3 Unit 7.5 1 166 61 5 Positive
186 GM3 GM3(d18:1/24:0) FALSE 1265.8 Unit 264.3 Unit 8.5 1 166 61 5 Positive
187 GM3 GM3(d18:1/24:1) FALSE 1263.8 Unit 264.3 Unit 7.5 1 166 61 5 Positive
188 HexCer HexCer(d16:1/18:0) FALSE 700.6 Unit 236.3 Unit 6.6 0.5 166 35 5 Positive
189 HexCer HexCer(d16:1/20:0) FALSE 728.6 Unit 236.3 Unit 7.7 0.5 166 35 5 Positive
190 HexCer HexCer(d16:1/22:0) FALSE 756.7 Unit 236.3 Unit 8.9 0.5 166 35 5 Positive
191 HexCer HexCer(d16:1/24:0) FALSE 784.7 Unit 236.3 Unit 10.0 0.5 166 35 5 Positive
192 HexCer HexCer(d18:1/16:0) FALSE 700.6 Unit 264.3 Unit 6.6 0.6 166 35 5 Positive
193 HexCer HexCer(d18:1/18:0) FALSE 728.6 Unit 264.3 Unit 7.6 0.6 166 35 5 Positive
194 HexCer HexCer(d18:1/20:0) FALSE 756.6 Unit 264.3 Unit 8.8 0.6 166 35 5 Positive
195 HexCer HexCer(d18:1/22:0) FALSE 784.7 Unit 264.3 Unit 10.0 0.6 166 35 5 Positive
196 HexCer HexCer(d18:1/24:0) FALSE 812.7 Unit 264.3 Unit 10.2 0.6 166 35 5 Positive
197 HexCer HexCer(d18:1/24:1) FALSE 810.7 Unit 264.3 Unit 10.0 0.6 166 35 5 Positive
198 HexCer HexCer(d18:2/20:0) FALSE 754.6 Unit 262.3 Unit 7.9 0.5 166 35 5 Positive
199 HexCer HexCer(d18:2/22:0) FALSE 782.7 Unit 262.3 Unit 9.0 0.5 166 35 5 Positive
200 HexCer HexCer(d18:2/24:0) FALSE 810.7 Unit 262.3 Unit 10.1 0.5 166 35 5 Positive
201 Hex2Cer Hex2Cer(d16:1/16:0) FALSE 834.6 Unit 236.3 Unit 5.2 0.5 166 49 5 Positive
202 Hex2Cer Hex2Cer(d16:1/24:1) FALSE 944.7 Unit 236.3 Unit 8.2 0.5 166 49 5 Positive
203 Hex2Cer Hex2Cer(d18:1/15:0) d7 (1S) TRUE 855.6 Unit 271.3 Unit 5.6 1 166 49 5 Positive
204 Hex2Cer Hex2Cer(d18:1/16:0) FALSE 862.6 Unit 264.3 Unit 6.1 0.6 166 49 5 Positive
205 Hex2Cer Hex2Cer(d18:1/20:0) FALSE 918.7 Unit 264.3 Unit 8.1 0.6 166 49 5 Positive
206 Hex2Cer Hex2Cer(d18:1/22:0) FALSE 946.7 Unit 264.3 Unit 9.3 0.6 166 49 5 Positive
207 Hex2Cer Hex2Cer(d18:1/24:0) FALSE 974.8 Unit 264.3 Unit 10.1 0.6 166 49 5 Positive
208 Hex2Cer Hex2Cer(d18:1/24:1) FALSE 972.7 Unit 264.3 Unit 9.3 0.6 166 49 5 Positive
209 Hex2Cer Hex2Cer(d18:2/16:0) FALSE 860.6 Unit 262.3 Unit 5.4 0.5 166 49 5 Positive
210 Hex2Cer Hex2Cer(d18:2/24:1) FALSE 970.7 Unit 262.3 Unit 8.4 0.5 166 49 5 Positive
211 Hex3Cer Hex3Cer(d18:1/16:0) FALSE 1024.7 Unit 264.3 Unit 5.7 0.5 166 61 5 Positive
212 Hex3Cer Hex3Cer(d18:1/17:0) (IS) TRUE 1038.7 Unit 264.3 Unit 6.2 0.5 166 61 5 Positive
213 Hex3Cer Hex3Cer(d18:1/18:0) FALSE 1052.7 Unit 264.3 Unit 6.6 0.5 166 61 5 Positive
214 Hex3Cer Hex3Cer(d18:1/22:0) FALSE 1108.8 Unit 264.3 Unit 8.8 0.5 166 61 5 Positive
215 Hex3Cer Hex3Cer(d18:1/24:0) FALSE 1136.8 Unit 264.3 Unit 10.0 0.7 166 61 5 Positive
216 Hex3Cer Hex3Cer(d18:1/24:1) FALSE 1134.8 Unit 264.3 Unit 8.8 0.5 166 61 5 Positive
217 Hex2Cer HexCer(d18:1/15:0) d7 (IS) TRUE 693.6 Unit 271.3 Unit 6.1 1 166 35 5 Positive
218 LPC LPC(14:0) (a\b) FALSE 468.3 Unit 184.1 Unit 1.9 1 166 21 5 Positive
219 LPC LPC(15:0) (a\b) FALSE 482.3 Unit 184.1 Unit 2.3 1 166 21 5 Positive
220 LPC LPC(16:0) (a\b) FALSE 496.3 Unit | 184.1 | Unit 26 1 166 21 5 Positive
221 LPC LPC(16:1) (a\b) FALSE 4943 Unit 184.1 Unit 21 1 166 21 5 Positive
222 LPC LPC(17:0) [sn1] FALSE 510.4 Unit 184.1 Unit 2.9 1 166 21 5 Positive
223 LPC LPC(17:1) (a\b\c) FALSE 508.4 Unit 184.1 Unit 2.5 1 166 21 5 Positive
224 LPC LPC(18:0) (a\b) FALSE 524.4 Unit | 184.1 | Unit 33 1 166 21 5 Positive
225 LPC LPC(18:1) (a\b) FALSE 522.4 Unit 184.1 Unit 2.8 1 166 21 5 Positive
226 LPC LPC(18:1) d7 (IS) TRUE 529.4 Unit 184.1 Unit 2.8 1 166 21 5 Positive
227 LPC LPC(18:2) (a\b) FALSE 520.3 Unit 184.1 Unit 2.3 1 166 21 5 Positive
228 oxLipid LPC(18:2) [+OH] FALSE 536.3 Unit 184.1 Unit 1.0 1 166 21 5 Positive




BEX MS1 MS2 | {REZEYE] e
HEaMES| wawa HEMETR AtR? BEF | 9ME| FEF | O¥ER| (min) | ART | BE |REEER | HESE | Rt
229 LPC LPC(18:3) (a\b\c) FALSE 518.3 Unit | 184.1 | Unit 2.0 1 166 21 5 Positive
230 LPC (104) LPC 18:3(104) FALSE 518.3 Unit | 104.1 | Unit 2.0 0.8 166 21 5 Positive
231 LPC LPC(19:0) (a\b\c) FALSE 538.4 Unit 184.1 Unit 3.5 1 166 21 5 Positive
232 LPC LPC(19:1) (a\b\c) FALSE 536.4 Unit 184.1 Unit 3.1 1 166 21 5 Positive
233 LPC LPC(20:0) (a\b) FALSE 552.4 Unit | 184.1 | Unit 38 1 166 21 5 Positive
234 LPC LPC(20:1) (a\b) FALSE 550.4 Unit 184.1 Unit 3.4 1 166 21 5 Positive
235 LPC LPC(20:2) (a\b) FALSE 548.4 Unit 184.1 Unit 2.9 1 166 21 5 Positive
236 LPC LPC(20:3) (a\b) FALSE 546.4 Unit | 184.1 Unit 2.6 1 166 21 5 Positive
237 LPC (104) LPC 20:3(104) FALSE 546.4 Unit | 104.1 | Unit 26 1 166 21 5 Positive
238 LPC LPC(20:4) (a\b) FALSE 544.3 Unit 184.1 Unit 2.3 1 166 21 5 Positive
239 oxLipid LPC(20:4) [+OH] FALSE 560.3 Unit 184.1 Unit 1.4 1.5 166 21 5 Positive
240 LPC LPC(20:5) (a\b) FALSE 542.3 Unit | 184.1 Unit 1.9 1 166 21 5 Positive
241 LPC LPC(22:0) (a\b) FALSE 580.4 Unit | 184.1 | Unit 4.4 1 166 21 5 Positive
242 LPC LPC(22:1) (a\b) FALSE 578.4 Unit | 184.1 Unit 3.9 1 166 21 5 Positive
243 LPC LPC(22:4) (a\b) FALSE 572.4 Unit 184.1 Unit 2.8 1 166 21 5 Positive
244 LPC (104) LPC 22:5(104) FALSE 570.4 Unit | 104.1 | Unit 2.5 15 166 21 5 Positive
245 LPC LPC(22:5) (a\b\c) FALSE 570.4 Unit | 184.1 | Unit 2.5 1 166 21 5 Positive
246 LPC LPC(22:6) (a\b) FALSE 568.3 Unit 184.1 Unit 2.2 1 166 21 5 Positive
247 oxLipid LPC(22:6) [+OH] FALSE 584.3 Unit 184.1 Unit 1.5 1.5 166 21 5 Positive
248 LPC LPC(24:0) (a\b) FALSE 608.5 Unit | 184.1 | Unit 5.1 1 166 21 5 Positive
249 LPC LPC(26:0) (a\b) FALSE 636.5 Unit | 184.1 | Unit 59 1 166 21 5 Positive
250 LPCO LPC(0-16:0) FALSE 482.4 Unit 104.1 Unit 3.0 3 166 23 5 Positive
251 LPCO LPC(0-18:0) FALSE 510.4 Unit 104.1 Unit 3.6 3 166 23 5 Positive
252 LPCO LPC(0-18:1) FALSE 508.4 Unit | 104.1 | Unit 3.1 3 166 23 5 Positive
253 LPCO LPC(0-20:0) FALSE 538.4 Unit | 1041 | Unit 4.1 3 166 23 5 Positive
254 LPCO LPC(0-20:1) FALSE 536.4 Unit 104.1 Unit 3.7 3 166 23 5 Positive
255 LPCO LPC(0-22:0) FALSE 566.5 Unit 104.1 Unit 4.8 2 166 23 5 Positive
256 LPCO LPC(0-22:1) FALSE 564.4 Unit | 104.1 | Unit 42 2 166 23 5 Positive
257 LPCO LPC(0-24:0) FALSE 594.5 Unit 104.1 Unit 5.6 1 166 23 5 Positive
258 LPCO LPC(0-24:1) FALSE 592.5 Unit 104.1 Unit 4.8 2 166 23 5 Positive
259 LPCO LPC(0-24:2) FALSE 590.5 Unit 104.1 Unit 4.3 2 166 23 5 Positive
260 LPCP LPC(P-16:0) FALSE 480.3 Unit | 1041 | Unit 3.0 0.6 166 25 5 Positive
261 LPCP LPC(P-17:0) (a\b) FALSE 494.3 Unit | 1041 | Unit 33 1 166 25 5 Positive
262 LPCP LPC(P-18:0) FALSE 508.3 Unit 104.1 Unit 3.6 0.6 166 25 5 Positive
263 LPCP LPC(P-18:1) FALSE 506.3 Unit | 104.1 | Unit 3.1 0.6 166 25 5 Positive
264 LPCP LPC(P-20:0) FALSE 536.3 Unit | 1041 | Unit 41 0.6 166 25 5 Positive
265 LPE LPE(16:0) (a\b) FALSE 454.3 Unit 313.3 Unit 2.7 1 166 17 5 Positive
266 LPE LPE(17:0) (a\b) FALSE 468.3 Unit 327.3 Unit 3.1 1 166 17 5 Positive
267 LPE LPE(18:0) (a\b) FALSE 482.3 Unit | 341.3 | Unit 3.4 1 166 17 5 Positive
268 LPE LPE(18:1) (a\b) FALSE 4803 Unit | 339.3 | Unit 2.9 1 166 17 5 Positive
269 LPE LPE(18:1) d7 (IS) TRUE 487.3 Unit 346.3 Unit 29 1 166 17 5 Positive
270 LPE LPE(18:2) (a\b) FALSE 478.3 Unit | 337.3 | Unit 2.4 1 166 17 5 Positive
271 LPE LPE(20:4) (a\b) FALSE 502.3 Unit | 361.3 | Unit 2.4 1 166 17 5 Positive
272 LPE LPE(22:6) (a\b) FALSE 526.3 Unit | 3853 | Unit 2.3 1 166 17 5 Positive
273 LPEP LPE(P-16:0) FALSE 438.3 Unit 266.4 Unit 3.1 1 166 19 5 Positive
274 LPEP LPE(P-18:0) FALSE 466.3 Unit 294.4 Unit 3.7 1 166 19 5 Positive
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275 LPEP LPE(P-18:1) FALSE 464.3 Unit 292.4 Unit 3.3 1 166 19 5 Positive
276 LPEP LPE(P-20:0) FALSE 4943 Unit 322.4 Unit 42 1 166 19 5 Positive
277 LPI LPI13:0 (IS) TRUE 548.3 Unit 271.3 Unit 1.3 1 166 21 5 Positive
278 LPI LPI(18:0) FALSE 618.3 Unit 341.3 Unit 2.9 1 166 21 5 Positive
279 LPI LPI(18:1) (a\b) FALSE 616.3 Unit 339.3 Unit 2.4 1 166 21 5 Positive
280 LPI LPI(18:2) (a\b) FALSE 614.3 Unit 337.3 Unit 1.9 1 166 21 5 Positive
281 LPI LPI(20:4) (a\b) FALSE 638.3 Unit 361.3 Unit 1.9 1 166 21 5 Positive
282 Methyl-CE methyl-CE(18:0) FALSE 684.6 Unit 383.3 Unit 122 0.4 166 10 4 Positive
283 Methyl-CE methyl-CE(18:1) FALSE 682.6 Unit 383.3 Unit 11.9 0.4 166 10 4 Positive
284 Methyl-CE methyl-CE(18:2) FALSE 680.6 Unit 383.3 Unit 1.7 0.4 166 10 4 Positive
285 Methyl-CE methyl-CE(20:4) FALSE 704.6 Unit 383.3 Unit 11.6 0.4 166 10 4 Positive
286 mDE methyl-DE(18:1) FALSE 680.6 Unit 381.4 Unit 11.7 0.6 166 10 4 Positive
287 mDE methyl-DE(18:2) FALSE 678.6 Unit 381.4 Unit 11.5 0.6 166 10 4 Positive
288 MG MG(18:1) d7 (IS) TRUE 364.2 Unit 272.2 Unit 3.7 1 166 11 4 Positive
289 PA PA(15:0_18:1) d7 (IS) TRUE 685.6 Unit 570.6 Unit 6.2 2 166 13 4 Positive
290 PA PA(34:1) FALSE 692.6 Unit 577.6 Unit 6.7 2 166 13 4 Positive
291 PA PA(36:2) FALSE 718.6 Unit 603.6 Unit 7.0 2 166 13 4 Positive
292 PA PA(36:3) FALSE 716.6 Unit 601.6 Unit 6.4 2 166 13 4 Positive
293 PA PA(36:4) FALSE 714.6 Unit 599.6 Unit 5.7 2 166 13 4 Positive
294 PC PC(28:0) FALSE 678.5 Unit 184.1 Unit 5.2 0.8 166 25 5 Positive
295 PC PC(14:0_16:0) FALSE 706.5 Unit 184.1 Unit 6.0 0.8 166 25 5 Positive
296 PC PC(31:0) (a\b) FALSE 720.6 Unit 184.1 Unit 6.4 0.8 166 25 5 Positive
297 PC PC(31:1) FALSE 718.5 Unit 184.1 Unit 5.8 0.6 166 25 5 Positive
298 PC PC(16:0_16:0) FALSE 734.6 Unit 184.1 Unit 7.0 0.6 166 25 5 Positive
299 PC PC(32:1) FALSE 732.6 Unit 184.1 Unit 6.2 0.6 166 25 5 Positive
300 PC PC(32:2) FALSE 730.5 Unit 184.1 Unit 5.6 0.6 166 25 5 Positive
301 PC PC(33:0) (a\b) FALSE 748.6 Unit | 184.1 | Unit 7.5 1.2 166 25 5 Positive
302 PC PC(33:1) FALSE 746.6 Unit 184.1 Unit 6.7 0.6 166 25 5 Positive
303 PC PC(33:2) FALSE 744.6 Unit 184.1 Unit 6.0 0.6 166 25 5 Positive
304 PC PC(16:0_18:0) FALSE 762.6 Unit 184.1 Unit 8.1 0.6 166 25 5 Positive
305 PC PC(16:0_18:1) FALSE 760.6 Unit 184.1 Unit 7.2 0.6 166 25 5 Positive
306 PC PC(16:0_18:2) FALSE 758.6 Unit 184.1 Unit 6.5 0.6 166 25 5 Positive
307 oxLipid PC(34:2) [+OH] FALSE 774.6 Unit 184.1 Unit 4.8 1 166 25 5 Positive
308 PC PC(34:3) (a\b\c) FALSE 756.6 Unit 184.1 Unit 59 1.2 166 25 5 Positive
309 PC PC(14:0_20:4) FALSE 754.5 Unit 184.1 Unit 5.5 0.6 166 25 5 Positive
310 PC PC(34:5) FALSE 752.5 Unit 184.1 Unit 5.1 0.6 166 25 5 Positive
311 PC PC(35:1) (a\b) FALSE 774.6 Unit 184.1 Unit 7.7 1.2 166 25 5 Positive
312 PC PC(35:2) (a\b) FALSE 772.6 Unit | 184.1 | Unit 6.9 1.2 166 25 5 Positive
313 PC PC(35:3) (a\b\c) FALSE 770.6 Unit 184.1 Unit 6.3 3 166 25 5 Positive
314 PC PC(15:0_20:4) FALSE 768.6 Unit 184.1 Unit 6.0 0.6 166 25 5 Positive
315 PC PC(35:5) FALSE 766.5 Unit 184.1 Unit 54 0.6 166 25 5 Positive
316 PC PC(18:0_18:1) FALSE 788.6 Unit 184.1 Unit 8.3 0.8 166 25 5 Positive
317 PC PC(36:2) (a\b) FALSE 786.6 Unit 184.1 Unit 7.5 1 166 25 5 Positive
318 PC PC(36:3) (a\b\c) FALSE 784.6 Unit 184.1 Unit 6.8 1.2 166 25 5 Positive
319 PC PC(36:4) (a\b) FALSE 782.6 Unit 184.1 Unit 6.3 1.6 166 25 5 Positive
320 oxLipid PC(36:4) [+OH] FALSE 798.6 Unit 184.1 Unit 5.4 2 166 25 5 Positive
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321 PC PC(36:5) (a\b) FALSE | 7806 | Unit | 1841 | Unit 5.8 1 166 25 5 Positive
322 PC PC(36:6) (a\b) FALSE | 7785 | Unit | 1841 | Unit 53 06 | 166 25 5 Positive
323 PC PC(37:4) (a\b) FALSE 796.6 Unit 184.1 Unit 6.9 1.2 166 25 5 Positive
324 PC PC(15:0_22:6) FALSE 792.6 Unit 184.1 Unit 5.8 0.6 166 25 5 Positive
325 PC PC(38:2) FALSE | 8146 | Unit | 1841 | Unit 8.6 14 | 166 25 5 Positive
326 PC PC(18:0_20:3) FALSE | 8126 | Unit | 1841 | Unit 7.9 14 | 166 25 5 Positive
327 PC PC(38:4) (a\b\c) FALSE 810.6 Unit 184.1 Unit 7.3 1.6 166 25 5 Positive
328 PC PC(38:5) (a\b) FALSE 808.6 Unit | 184.1 Unit 6.7 1 166 25 5 Positive
329 PC PC(38:6) (a\b) FALSE | 806.6 | Unit | 1841 | Unit 6.1 12 | 166 25 5 Positive
330 oxLipid PC(38:6) [+OH] FALSE | 8226 | Unit | 1841 | Unit 53 2 166 25 5 Positive
331 PC PC(38:7) (a\b\c) FALSE 804.6 Unit 184.1 Unit 5.6 1 166 25 5 Positive
332 PC PC(39:5) (a\b) FALSE 822.6 Unit | 184.1 Unit 6.8 12 166 25 5 Positive
333 PC PC(39:6) (a\b) FALSE | 8206 | Unit | 1841 | Unit 6.7 1 166 25 5 Positive
334 PC PC(40:4) (a\b) FALSE | 8386 | Unit | 1841 | Unit 8.4 12 | 166 25 5 Positive
335 PC PC(40:5) (a\b) FALSE 836.6 Unit 184.1 Unit 7.8 1.2 166 25 5 Positive
336 PC PC(18:0_22:6) FALSE | 8346 | Unit | 1841 | Unit 73 06 | 166 25 5 Positive
337 PC PC(40:7) (a\b\c) FALSE | 8326 | Unit | 1841 | Unit 6.4 1 166 25 5 Positive
338 PC PC(40:8) FALSE | 8306 | Unit | 1841 | Unit 5.8 08 | 166 25 5 Positive
339 PC PC(15:0_18:1) d7 (1S) TRUE 753.6 Unit 184.1 Unit 6.7 0.7 166 25 5 Positive
340 PC (0) PC(0-16:0/16:0) FALSE | 7206 | Unit | 1841 | Unit 77 08 | 166 25 5 Positive
341 PC (0) PC(0-32:1) FALSE | 7185 | Unit | 1841 | Unit 72 08 | 166 25 5 Positive
342 PC (0) PC(0-32:2) FALSE 716.6 Unit 184.1 Unit 6.3 0.8 166 25 5 Positive
343 PC (0) PC(0-34:1) FALSE 746.6 Unit | 184.1 Unit 7.9 0.8 166 25 5 Positive
344 PC (0) PC(0-34:2) FALSE | 7446 | Unit | 1841 | Unit 72 1 166 25 5 Positive
345 PC (0) PC(0-34:4) FALSE | 7406 | Unit | 1841 | Unit 6.1 08 | 166 25 5 Positive
346 PC (0) PC(0-35:4) FALSE 754.5 Unit 184.1 Unit 6.7 0.8 166 25 5 Positive
347 PC (0) PC(0-36:0) FALSE 776.6 Unit | 184.1 Unit 10.0 0.8 166 25 5 Positive
348 PC (0) PC(0-18:0/18:1) FALSE | 7746 | Unit | 1841 | Unit 9.1 08 | 166 25 5 Positive
349 PC (0) PC(0-36:2) (a\b) FALSE 772.6 Unit 184.1 Unit 8.2 1.2 166 25 5 Positive
350 PC (0) PC(0-36:3) (a\b) FALSE 770.6 Unit 184.1 Unit 7.4 1.2 166 25 5 Positive
351 PC (0) PC(0-16:0/20:4) FALSE 768.6 Unit | 184.1 Unit 7.1 0.8 166 25 5 Positive
352 PC (0) PC(0-36:5) FALSE | 7665 | Unit | 1841 | Unit 6.4 08 | 166 25 5 Positive
353 PC (0) PC(0-18:0/20:4) FALSE | 7966 | Unit | 1841 | Unit 8.2 08 | 166 25 5 Positive
354 PC (0) PC(0-38:5) FALSE 794.6 Unit 184.1 Unit 72 0.8 166 25 5 Positive
355 PC (0) PC(0-16:0/22:6) FALSE | 7926 | Unit | 1841 | Unit 6.9 08 | 166 25 5 Positive
356 PC (0) PC(0-40:5) FALSE | 8226 | Unit | 1841 | Unit 8.3 08 | 166 25 5 Positive
357 PC (0) PC(0-18:0/22:6) FALSE | 8206 | Unit | 1841 | Unit 8.0 1 166 25 5 Positive
358 PC (0) PC(0-40:7) FALSE 818.6 Unit | 184.1 Unit 7.0 1 166 25 5 Positive
359 PC (P) PC(P-18:0/18:1) d9 (IS) TRUE | 7816 | Unit | 1841 | Unit 8.9 1 166 25 5 Positive
360 PC (P) PC(P-16:0/14:0) FALSE | 6904 | Unit | 1841 | Unit 6.6 08 | 166 25 5 Positive
361 PC (P) PC(P-16:0/16:0) FALSE 718.5 Unit 184.1 Unit 7.6 0.8 166 25 5 Positive
362 PC (P) PC(P-16:0/16:1) FALSE 716.6 Unit 184.1 Unit 6.8 0.8 166 25 5 Positive
363 PC (P) PC(P-16:0/18:0) FALSE | 7466 | Unit | 1841 | Unit 8.8 08 | 166 25 5 Positive
364 PC (P) PC(P-16:0/18:1) FALSE | 7446 | Unit | 1841 | Unit 7.8 08 | 166 25 5 Positive
365 PC (P) PC(P-16:0/18:2) FALSE 742.5 Unit 184.1 Unit 7.0 0.8 166 25 5 Positive
366 PC (P) PC(P-16:0/18:3) FALSE 740.6 Unit 184.1 Unit 6.4 0.8 166 25 5 Positive
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367 PC (P) PC(P-35:2) (a\b) FALSE | 7566 | Unit | 1841 | Unit 7.5 15 | 166 25 5 Positive
368 PC (P) PC(P-15:0/20:4) (a\b) FALSE | 7526 | Unit | 1841 | Unit 6.3 1 166 25 5 Positive
369 PC (P) PC(P-36:2) (a\b) FALSE 770.6 Unit 184.1 Unit 8.1 1 166 25 5 Positive
370 PC (P) PC(P-36:3) FALSE 768.5 Unit | 184.1 Unit 7.3 1 166 25 5 Positive
371 PC (P) PC(P-16:0/20:4) FALSE | 7665 | Unit | 1841 | Unit 6.9 08 | 166 25 5 Positive
372 PC (P) PC(P-16:0/20:5) FALSE | 7646 | Unit | 1841 | Unit 6.3 08 | 166 25 5 Positive
373 PC (P) PC(P-37:4) (a\b) FALSE 780.5 Unit 184.1 Unit 7.4 1 166 25 5 Positive
374 PC (P) PC(P-18:0/20:4) FALSE 794.6 Unit | 184.1 Unit 8.0 0.8 166 25 5 Positive
375 PC (P) PC(P-38:5) (a\b) FALSE | 7926 | Unit | 1841 | Unit 72 12 | 166 25 5 Positive
376 PC (P) PC(P-16:0/22:6) FALSE | 7906 | Unit | 1841 | Unit 6.7 08 | 166 25 5 Positive
377 PC (P) PC(P-20:0/20:4) FALSE 822.6 Unit 184.1 Unit 9.2 0.8 166 25 5 Positive
378 PC (P) PC(P-18:0/22:5) FALSE 820.6 Unit | 184.1 Unit 8.1 1 166 25 5 Positive
379 PC (P) PC(P-18:0/22:6) FALSE | 8186 | Unit | 1841 | Unit 7.8 08 | 166 25 5 Positive
380 PC (P) PC(P-18:1/22:6) FALSE | 8166 | Unit | 1841 | Unit 6.8 08 | 166 25 5 Positive
381 PE PE(16:0_16:0) FALSE 692.5 Unit 551.5 Unit 7.4 0.6 166 19 5 Positive
382 PE PE(16:0_16:1) FALSE | 6905 | Unit | 5495 | Unit 6.6 06 | 166 19 5 Positive
383 PE PE(16:0_18:1) FALSE | 7185 | Unit | 5775 | Unit 7.6 06 | 166 19 5 Positive
384 PE PE(16:0_18:2) FALSE 716.5 Unit 575.5 Unit 6.8 0.6 166 19 5 Positive
385 PE PE(34:3) (a\b\c) FALSE 714.5 Unit 573.5 Unit 6.2 1 166 19 5 Positive
386 PE PE(35:1) (a\b) FALSE | 7326 | Unit | 591.5 | Unit 8.0 1 166 19 5 Positive
387 PE PE(35:2) (a\b) FALSE | 7305 | Unit | 589.5 | Unit 7.3 1 166 19 5 Positive
388 PE PE(18:0_18:1) FALSE 746.6 Unit 605.6 Unit 8.8 0.6 166 19 5 Positive
389 PE PE(36:2) (a\b) FALSE 744.6 Unit | 603.5 | Unit 7.9 1 166 19 5 Positive
390 PE PE(36:3) (a\b) FALSE | 7425 | Unit | 601.5 | Unit 7.1 06 | 166 19 5 Positive
391 PE PE(16:0_20:4) FALSE | 7405 | Unit | 599.5 | Unit 6.8 06 | 166 19 5 Positive
392 PE PE(36:5) (a\b) FALSE 738.5 Unit 597.5 Unit 6.1 1 166 19 5 Positive
393 PE PE(37:4) (a\b) FALSE 754.6 Unit 613.5 Unit 7.2 1 166 19 5 Positive
394 PE PE(18:0_20:3) (a\b) FALSE | 7706 | Unit | 629.6 | Unit 8.5 12 | 166 19 5 Positive
395 PE PE(18:0_20:4) FALSE 768.6 Unit 627.5 Unit 7.9 0.6 166 19 5 Positive
396 PE PE(38:5) (a\b) FALSE 766.5 Unit 625.5 Unit 7.1 1 166 19 5 Positive
397 PE PE(16:0_22:6) FALSE 764.5 Unit 623.5 Unit 6.6 0.6 166 19 5 Positive
398 PE PE(39:6) (a\b) FALSE | 7785 | Unit | 637.5 | Unit 7.0 1 166 19 5 Positive
399 PE PE(40:4) (a\b) FALSE | 7966 | Unit | 6556 | Unit 8.9 1 166 19 5 Positive
400 PE PE(18:0_22:5) (a\b) FALSE 794.6 Unit 653.6 Unit 82 1.4 166 19 5 Positive
401 PE PE(18:0_22:6) FALSE | 7926 | Unit | 651.5 | Unit 7.6 06 | 166 19 5 Positive
402 PE PE(18:1_22:6) (a\b) FALSE | 790.5 | Unit | 649.5 | Unit 6.8 06 | 166 19 5 Positive
403 PE PE(15:0_18:1) d7 (IS) TRUE 711.6 Unit 570.5 Unit 7.0 1 166 19 5 Positive
404 PE (0) PE(0-34:1) FALSE 704.6 Unit | 563.5 | Unit 8.3 0.8 166 19 5 Positive
405 PE (0) PE(0-16:0/18:2) FALSE | 7025 | Unit | 5615 | Unit 7.6 08 | 166 19 5 Positive
406 PE (0) PE(0-36:3) (a\b) FALSE | 7286 | Unit | 587.5 | Unit 7.8 1 166 19 5 Positive
407 PE (0) PE(0-16:0/20:4) FALSE 726.5 Unit 585.5 Unit 7.5 0.8 166 19 5 Positive
408 PE (0) PE(0-36:5) FALSE 724.5 Unit | 583.5 | Unit 6.8 0.8 166 19 5 Positive
409 PE (0) PE(0-38:4) (a\b) FALSE | 7546 | Unit | 6136 | Unit 8.5 12 | 166 19 5 Positive
410 PE (0) PE(0-38:5) (a\b) FALSE | 7526 | Unit | 611.5 | Unit 7.8 12 | 166 19 5 Positive
411 PE (0) PE(0-16:0/22:6) FALSE 750.6 Unit 609.5 Unit 7.3 1.2 166 19 5 Positive
412 PE (0) PE(0-18:0/22:5) FALSE 780.6 Unit | 639.6 | Unit 8.7 0.8 166 19 5 Positive
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413 PE (0) PE(0-18:0/22:6) FALSE 778.5 Unit | 637.5 | Unit 8.2 0.8 166 19 5 Positive
414 PE (0) PE(0-18:1/22:6) FALSE 776.6 Unit | 6355 | Unit 7.4 0.8 166 19 5 Positive
415 PE (P) PE(P-15:0/22:6) FALSE 734.5 Unit 385.3 Unit 6.5 1 166 19 5 Positive
416 PE (P) PE(P-16:0/18:1) FALSE 702.5 Unit | 339.3 | Unit 8.3 0.6 166 19 5 Positive
417 PE (P) PE(P-16:0/18:2) FALSE 700.5 Unit | 337.3 | Unit 7.4 0.6 166 19 5 Positive
418 PE (P) PE(P-16:0/20:3) (a\b) FALSE 726.5 Unit | 363.3 | Unit 7.8 0.6 166 19 5 Positive
419 PE (P) PE(P-16:0/20:4) FALSE 724.5 Unit 361.3 Unit 7.3 0.6 166 19 5 Positive
420 PE (P) PE(P-16:0/20:5) FALSE 722.5 Unit 359.3 Unit 6.7 0.6 166 19 5 Positive
421 PE (P) PE(P-16:0/22:4) FALSE 752.6 Unit | 389.3 | Unit 8.2 0.6 166 19 5 Positive
422 PE (P) PE(P-16:0/22:5) (a\b) FALSE 750.5 Unit | 387.3 | Unit 7.6 14 | 166 19 5 Positive
423 PE (P) PE(P-16:0/22:6) FALSE 748.5 Unit 385.3 Unit 71 0.6 166 19 5 Positive
424 PE (P) PE(P-17:0/20:4) (a\b) FALSE 738.6 Unit | 361.3 | Unit 7.8 1 166 19 5 Positive
425 PE (P) PE(P-17:0/22:6) (a\b) FALSE 762.6 Unit | 3853 | Unit 7.6 1 166 19 5 Positive
426 PE (P) PE(P-18:0/18:1) FALSE 730.6 Unit 339.3 Unit 9.5 0.6 166 19 5 Positive
427 PE (P) PE(P-18:0/18:1) d9 (IS) TRUE 739.5 Unit 348.3 Unit 9.4 1 166 19 5 Positive
428 PE (P) PE(P-18:0/18:2) FALSE 728.6 Unit | 337.3 | Unit 8.6 0.6 166 19 5 Positive
429 PE (P) PE(P-18:0/18:3) FALSE 726.5 Unit | 3353 | Unit 7.9 1 166 19 5 Positive
430 PE (P) PE(P-18:0/20:3) (a\b) FALSE 754.5 Unit | 363.3 | Unit 9.0 0.6 166 19 5 Positive
431 PE (P) PE(P-18:0/20:4) FALSE 752.6 Unit 361.3 Unit 8.5 0.6 166 19 5 Positive
432 PE (P) PE(P-18:0/20:5) FALSE 750.5 Unit | 359.3 | Unit 7.8 0.6 166 19 5 Positive
433 PE (P) PE(P-18:0/22:4) FALSE 780.6 Unit | 389.3 | Unit 2.4 0.6 166 19 5 Positive
434 PE (P) PE(P-18:0/22:5) (a\b) FALSE 778.5 Unit 387.3 Unit 8.8 1.4 166 19 5 Positive
435 PE (P) PE(P-18:0/22:6) FALSE 776.6 Unit 385.3 Unit 8.2 0.6 166 19 5 Positive
436 PE (P) PE(P-18:1/18:1) (a\b) FALSE 728.6 Unit | 339.3 | Unit 8.5 0.6 166 19 5 Positive
437 PE (P) PE(P-18:1/18:2) (a\b) FALSE 726.5 Unit | 337.3 | Unit 7.7 0.6 166 19 5 Positive
438 PE (P) PE(P-18:1/20:3) (a\b) FALSE 752.5 Unit 363.3 Unit 8.0 0.6 166 19 5 Positive
439 PE (P) PE(P-18:1/20:4) (a\b) FALSE 750.5 Unit | 361.3 | Unit 7.6 0.6 166 19 5 Positive
440 PE (P) PE(P-18:1/20:5) (a\b) FALSE 748.5 Unit | 359.3 | Unit 6.9 0.6 166 19 5 Positive
441 PE (P) PE(P-18:1/22:4) FALSE 7785 Unit | 389.3 | Unit 8.4 0.6 166 19 5 Positive
442 PE (P) PE(P-18:1/22:5) (a\b) FALSE 776.6 Unit 387.3 Unit 7.8 1.4 166 19 5 Positive
443 PE (P) PE(P-18:1/22:6) (a\b) FALSE 774.5 Unit | 3853 | Unit 7.3 1 166 19 5 Positive
444 PE (P) PE(P-19:0/20:4) (a\b) FALSE 766.6 Unit | 361.3 | Unit 9.0 1 166 19 5 Positive
445 PE (P) PE(P-20:0/18:1) FALSE 758.6 Unit 339.3 Unit 10.1 0.6 166 19 5 Positive
446 PE (P) PE(P-20:0/18:2) FALSE 756.6 Unit 337.3 Unit 9.9 0.6 166 19 5 Positive
447 PE (P) PE(P-20:0/20:4) FALSE 780.6 Unit | 361.3 | Unit 9.7 0.6 166 19 5 Positive
448 PE (P) PE(P-20:0/22:6) FALSE 804.6 Unit | 3853 | Unit 9.5 0.6 166 19 5 Positive
449 PE (P) PE(P-20:1/20:4) FALSE 778.5 Unit 361.3 Unit 8.6 0.6 166 19 5 Positive
450 PE (P) PE(P-20:1/22:6) FALSE 802.6 Unit | 3853 | Unit 8.3 0.6 166 19 5 Positive
451 PG PG(34:1) FALSE 766.6 Unit | 577.5 | Unit 6.0 0.6 166 17 5 Positive
452 PG PG(36:1) FALSE 794.6 Unit | 605.6 | Unit 7.1 0.6 166 17 5 Positive
453 PG PG(36:2) FALSE 792.6 Unit 603.5 Unit 6.5 0.6 166 17 5 Positive
454 PG PG(15:0_18:1) d7 (IS) TRUE 759.6 Unit 570.6 Unit 5.9 1 166 17 5 Positive
455 Pl PI(15:0_18:1) d7 (IS) FALSE 847.6 Unit | 570.6 | Unit 5.6 15 166 17 5 Positive
456 P PI(16:0/16:0) FALSE 828.6 Unit | 551.6 | Unit 59 0.8 166 17 5 Positive
457 PI PI1(16:0_16:1) FALSE 826.5 Unit 549.5 Unit 5.3 0.8 166 17 5 Positive
458 PI P1(34:0) FALSE 856.6 Unit 579.6 Unit 6.8 0.8 166 17 5 Positive
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459 PI PI(34:1) FALSE | 8546 | Unit | 577.6 | Unit 6.0 08 | 166 17 5 Positive
460 PI PI(15-MHDA_18:1)/PI(17:0_18:1) | FALSE | 868.6 | Unit | 591.6 | Unit 6.5 08 | 166 17 5 Positive
461 Pl PI(15-MHDA_18:2)/PI(17:0_18:2) FALSE 866.6 Unit 589.6 Unit 5.9 0.8 166 17 5 Positive
462 Pl PI(18:0_18:1) FALSE 882.6 Unit 605.6 Unit 7.0 0.8 166 17 5 Positive
463 PI PI(36:2) FALSE | 8806 | Unit | 603.6 | Unit 6.3 3 166 17 5 Positive
464 PI PI(36:3) (a\b) FALSE | 8786 | Unit | 601.6 | Unit 5.7 1 166 17 5 Positive
465 PI PI1(16:0_20:4) FALSE 876.6 Unit 599.6 Unit 5.4 0.8 166 17 5 Positive
466 Pl PI(37:4) FALSE 890.6 Unit 613.6 Unit 5.8 1 166 17 5 Positive
467 PI PI(37:6) FALSE | 8866 | Unit | 609.6 | Unit 5.7 1 166 17 5 Positive
468 PI PI(18:0_20:2) FALSE | 9086 | Unit | 631.6 | Unit 7.2 08 | 166 17 5 Positive
469 Pl PI1(18:0_20:3) (a\b) FALSE 906.6 Unit 629.6 Unit 6.8 1 166 17 5 Positive
470 PI P1(18:0_20:4) FALSE 904.6 Unit 627.6 Unit 6.3 0.8 166 17 5 Positive
471 PI PI(38:5) (a\b) FALSE | 9026 | Unit | 6256 | Unit 5.6 1 166 17 5 Positive
472 PI PI(38:6) FALSE | 9006 | Unit | 623.6 | Unit 53 08 | 166 17 5 Positive
473 PI PI(40:4) (a\b) FALSE 932.6 Unit 655.6 Unit 7.1 0.8 166 17 5 Positive
474 PI PI(18:0_22:5) (a\b) FALSE | 9306 | Unit | 653.6 | Unit 6.5 1 166 17 5 Positive
475 PI PI(18:0_22:6) FALSE | 9286 | Unit | 651.6 | Unit 6.1 08 | 166 17 5 Positive
476 PIP PIP1(38:4) FALSE 984.7 Unit 627.7 Unit 5.3 2 166 20 4 Positive
477 PS PS(36:1) FALSE 790.6 Unit 605.6 Unit 7.1 1 166 23 5 Positive
478 PS PS(36:2) FALSE | 7885 | Unit | 6035 | Unit 6.4 1 166 23 5 Positive
479 PS PS(38:4) FALSE | 8125 | Unit | 627.5 | Unit 6.3 1 166 23 5 Positive
480 PS PS(40:5) FALSE 838.6 Unit 653.6 Unit 6.4 1 166 23 5 Positive
481 PS PS(15:0_18:1) d7 (IS) TRUE 755.5 Unit 570.5 Unit 5.7 1 166 23 4 Positive
482 S1P S1P(d16:1) FALSE | 3522 | Unit | 2363 | Unit 1.5 3 166 12 4 Positive
483 s1P S1P(d18:0) FALSE | 3822 | Unit | 2843 | Unit 23 3 166 12 4 Positive
484 S1P S1P(d18:1) FALSE 380.2 Unit 264.3 Unit 2.1 3 166 12 4 Positive
485 S1P S1P(d18:1) d7 (IS) TRUE 387.2 Unit | 2713 | Unit 2.1 1 166 12 4 Positive
486 S1P S1P(d18:2) FALSE | 8782 | Unit | 2623 | Unit 1.6 3 166 12 4 Positive
487 SM SM(d17:1/14:0) FALSE | 6615 | Unit | 1841 | Unit 48 06 | 166 29 5 Positive
488 SM SM(d18:0/14:0) FALSE 677.6 Unit 184.1 Unit 5.5 0.6 166 29 5 Positive
489 SM SM(d18:1/14:0)/SM(d16:1/16:0) FALSE 675.5 Unit 184.1 Unit 5.2 0.6 166 29 5 Positive
490 SM SM(d18:2/14:0) FALSE | 6735 | Unit | 1841 | Unit 47 06 | 166 29 5 Positive
491 SM SM(d17:1/16:0) FALSE | 689.6 | Unit | 1841 | Unit 5.6 06 | 166 29 5 Positive
492 SM SM(d18:0/16:0) FALSE 705.6 Unit 184.1 Unit 6.4 0.6 166 29 5 Positive
493 SM SM(d18:1/16:0) FALSE | 7036 | Unit | 1841 | Unit 6.0 06 | 166 29 5 Positive
494 SM SM(d18:2/16:0) FALSE | 7016 | Unit | 1841 | Unit 5.4 06 | 166 29 5 Positive
495 SM SM(34:3) FALSE 699.5 Unit 184.1 Unit 4.9 0.6 166 29 5 Positive
496 SM SM(35:1) (a\b) FALSE 717.6 Unit | 184.1 Unit 6.4 0.6 166 29 5 Positive
497 SM SM(35:2) (a\b) FALSE | 7156 | Unit | 1841 | Unit 5.9 1 166 29 5 Positive
498 SM SM(d18:1/18:0)/SM(d16:1/20:0) | FALSE | 731.6 | Unit | 1841 | Unit 7.0 06 | 166 29 5 Positive
499 SM SM(d18:2/18:0) FALSE 729.6 Unit 184.1 Unit 6.2 0.6 166 29 5 Positive
500 SM SM(d18:2/18:1) FALSE 727.6 Unit 184.1 Unit 5.6 0.6 166 29 5 Positive
501 SM SM(37:1) FALSE | 7456 | Unit | 1841 | Unit 7.6 1 166 29 5 Positive
502 SM SM(37:2) FALSE | 7435 | Unit | 1841 | Unit 6.7 06 | 166 29 5 Positive
503 SM SM(d18:1/20:0)/SM(d16:1/22:0) FALSE 759.6 Unit 184.1 Unit 8.2 0.6 166 29 5 Positive
504 SM SM(d18:2/20:0) FALSE 757.6 Unit 184.1 Unit 7.3 0.6 166 29 5 Positive
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505 SM SM(38:3) (a\b) FALSE 755.6 Unit 184.1 Unit 6.5 1 166 29 5 Positive
506 SM SM(d16:1/23:0)/SM(d17:1/22:0) FALSE 773.7 Unit 184.1 Unit 8.8 0.6 166 29 5 Positive
507 SM SM(d18:0/22:0) FALSE 789.7 Unit 184.1 Unit 9.8 0.6 166 29 5 Positive
508 SM SM(d18:1/22:0)/SM(d16:1/24:0) FALSE 787.7 Unit 184.1 Unit 9.4 0.6 166 29 5 Positive
509 SM SM(40:2) (a\b) FALSE 785.7 Unit 184.1 Unit 8.3 1.4 166 29 5 Positive
510 SM SM(40:3) (a\b) FALSE 783.6 Unit 184.1 Unit 7.5 1.2 166 29 5 Positive
511 SM SM(41:0) FALSE 803.7 Unit 184.1 Unit 10.1 0.8 166 29 5 Positive
512 SM SM(41:1) (a\b) FALSE 801.7 Unit | 184.1 | Unit 9.9 1 166 29 5 Positive
513 SM SM(41:2) (a\b) FALSE 799.7 Unit 184.1 Unit 8.9 1.4 166 29 5 Positive
514 SM SM(d18:1/24:0) FALSE 815.7 Unit 184.1 Unit 10.1 0.6 166 29 5 Positive
B1® SM SM(42:2) (a\b) FALSE 813.7 Unit 184.1 Unit 9.5 1.4 166 29 5 Positive
516 SM SM(43:1) FALSE 829.7 Unit 184.1 Unit 10.2 0.8 166 29 5 Positive
517 SM SM(43:2) (a\b\c) FALSE 827.7 Unit 184.1 Unit 9.9 1.4 166 29 5 Positive
518 SM SM(44:1) FALSE 843.6 Unit 184.1 Unit 10.3 1 166 29 5 Positive
519 SM SM(44:2) FALSE 841.6 Unit 184.1 Unit 10.1 1 166 29 5 Positive
520 SM SM(44:3) FALSE 839.6 Unit 184.1 Unit 9.6 2 166 29 5 Positive
521 SM SM(d18:1/15:0) d9 (1S) TRUE 698.6 Unit 193.1 Unit 5.6 1 166 29 5 Positive
522 SPN Sph(d17:1) (IS) FALSE 286.3 Unit | 268.3 | Unit 1.8 3 166 10 4 Positive
523 SPN Sph(d18:1) FALSE 300.3 Unit 282.3 Unit 2.4 3 166 10 4 Positive
524 SPN Sph(d18:2) FALSE 298.3 Unit 280.3 Unit 1.8 3 166 10 4 Positive
525 Sulfatides SHexCer(d18:1/12:0) (IS) TRUE 724.8 Unit 264.3 Unit 41 0.6 166 56 5 Positive
526 Sulfatides SHexCer(d18:1/16:0(0H)) FALSE 796.8 Unit 264.3 Unit 5.0 0.6 166 56 5 Positive
527 Sulfatides SHexCer(d18:1/16:0) FALSE 780.8 Unit 264.3 Unit 5.2 0.6 166 56 5 Positive
528 Sulfatides SHexCer(d18:1/24:0(0H)) FALSE 908.8 Unit 264.3 Unit 8.6 0.6 166 56 5 Positive
529 Sulfatides SHexCer(d18:1/24:1(0H)) FALSE 906.8 Unit 264.3 Unit 7.5 0.8 166 56 5 Positive
530 Sulfatides SHexCer(d18:1/24:1) FALSE 890.8 Unit 264.3 Unit 7.7 0.6 166 56 5 Positive
531 TG TG(48:0) [NL-16:0] FALSE 824.8 Unit 551.5 Unit 11.4 0.7 166 25 5 Positive
532 TG TG(48:0) [NL-18:0] FALSE 824.8 Unit 523.5 Unit 11.4 0.7 166 25 5 Positive
533 TG TG(48:1) [NL-16:1] FALSE 822.8 Unit 551.5 Unit 11.3 0.7 166 25 5 Positive
534 TG TG(48:1) [NL-18:1] FALSE 822.8 Unit 523.5 Unit 11.3 0.7 166 25 5 Positive
535 TG TG(48:1) [NL-18:1] d7 (IS) TRUE 829.8 Unit 523.5 Unit 11.3 1 166 25 5 Positive
536 TG TG(48:2) [NL-14:0] FALSE 820.8 Unit 575.5 Unit 11.1 0.7 166 25 5 Positive
537 TG TG(48:2) [NL-14:1] FALSE 820.8 Unit 577.5 Unit 11.1 0.7 166 25 5 Positive
538 TG TG(48:2) [NL-16:1] FALSE 820.8 Unit 549.5 Unit 11.1 0.7 166 25 5 Positive
539 TG TG(48:2) [NL-18:2] FALSE 820.8 Unit 523.5 Unit 11.1 0.7 166 25 5 Positive
540 TG TG(48:3) [NL-14:0] FALSE 818.8 Unit 573.5 Unit 11.0 0.7 166 25 5 Positive
541 TG TG(48:3) [NL-16:1] FALSE 818.8 Unit 547.5 Unit 11.0 0.7 166 25 5 Positive
542 TG TG(48:3) [NL-18:3] FALSE 818.8 Unit 523.5 Unit 11.0 0.7 166 25 5 Positive
543 TG TG(49:1) [NL-16:1] FALSE 836.8 Unit 565.5 Unit 11.4 0.7 166 25 5 Positive
544 TG TG(49:1) [NL-17:1] FALSE 836.8 Unit 551.5 Unit 11.4 0.7 166 25 5 Positive
545 TG TG(50:0) [NL-18:0] FALSE 852.8 Unit 551.5 Unit 11.6 0.7 166 25 5 Positive
546 TG TG(50:1) [NL-14:0] FALSE 850.8 Unit 605.5 Unit 11.5 0.7 166 25 5 Positive
547 TG TG(50:1) [NL-16:0] FALSE 850.8 Unit 577.5 Unit 11.5 0.7 166 25 5 Positive
548 TG TG(50:1) [NL-18:1] FALSE 850.8 Unit 551.5 Unit 11.5 0.7 166 25 5 Positive
549 TG TG(50:2) [NL-14:0] FALSE 848.8 Unit 603.5 Unit 11.3 0.7 166 25 5 Positive
550 TG TG(50:2) [NL-16:1] FALSE 848.8 Unit 577.5 Unit 11.3 0.7 166 25 5 Positive
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551 TG TG(50:2) [NL-18:1] FALSE | 8488 | Unit | 5495 | Unit | 113 07 | 166 25 5 Positive
552 TG TG(50:2) [NL-18:2] FALSE | 8488 | Unit | 5515 | Unit | 113 07 | 166 25 5 Positive
553 TG TG(50:3) [NL-14:0] FALSE 846.8 Unit 601.5 Unit 111 0.7 166 25 5 Positive
554 TG TG(50:3) [NL-14:1] FALSE 846.8 Unit 603.5 Unit 111 0.7 166 25 5 Positive
555 TG TG(50:3) [NL-16:1] FALSE | 8468 | Unit | 5755 | Unit | 111 07 | 166 25 5 Positive
556 TG TG(50:3) [NL-18:2] FALSE 846.8 Unit 549.5 Unit 111 0.7 166 25 5 Positive
557 TG TG(50:3) [NL-18:3] FALSE 846.8 Unit 551.5 Unit 11.2 0.7 166 25 5 Positive
558 TG TG(50:4) [NL-14:0] FALSE 844.8 Unit 599.5 Unit 11.0 0.7 166 25 5 Positive
559 TG TG(50:4) [NL-18:3] FALSE | 8448 | Unit | 5495 | Unit | 11.0 07 | 166 25 5 Positive
560 T6 TG(50:4) [NL-20:4] FALSE | 8448 | Unit | 5235 | Unit | 11.1 07 | 166 25 5 Positive
561 TG TG(51:0) [NL-16:0] FALSE 866.7 Unit 593.4 Unit 11.7 0.7 166 25 5 Positive
562 TG TG(51:1) [NL-17:0] FALSE 864.8 Unit 577.5 Unit 11.5 0.7 166 25 5 Positive
563 TG TG(51:2) INL-15:0] FALSE | 8628 | Unit | 6035 | Unit | 11.4 07 | 166 25 5 Positive
564 TG TG(51:2) [NL-17:0] FALSE 862.8 Unit 575.5 Unit 11.4 0.7 166 25 5 Positive
565 TG TG(51:2) [NL-17:1] FALSE 862.8 Unit 577.5 Unit 11.4 0.7 166 25 5 Positive
566 TG TG(52:1) [NL-18:0] FALSE | 8788 | Unit | 5775 | Unit | 117 07 | 166 25 5 Positive
567 T6 TG(52:1) [NL-18:1] FALSE | 8788 | Unit | 5795 | Unit | 117 07 | 166 25 5 Positive
568 TG TG(52:2) INL-16:0] FALSE | 8768 | Unit | 6035 | Unit | 115 07 | 166 25 5 Positive
569 TG TG(52:2) [NL-18:2] FALSE 876.8 Unit 579.5 Unit 11.5 0.7 166 25 5 Positive
570 TG TG(52:3) [NL-16:1] FALSE | 8748 | Unit | 6035 | Unit | 113 07 | 166 25 5 Positive
571 16 TG(52:3) [NL-18:2] FALSE | 8748 | Unit | 5775 | Unit | 113 07 | 166 25 5 Positive
572 TG TG(52:4) [NL-16:1] FALSE 872.8 Unit 601.5 Unit 11.2 0.7 166 25 5 Positive
573 TG TG(52:4) [NL-18:2] FALSE 872.8 Unit 575.5 Unit 11.2 0.7 166 25 5 Positive
574 TG TG(52:4) [NL-18:3] FALSE | 8728 | Unit | 5775 | Unit | 112 07 | 166 25 5 Positive
575 6 TG(52:5) [NL-18:3] FALSE | 8708 | Unit | 5755 | Unit | 11.1 07 | 166 25 5 Positive
576 TG TG(52:5) [NL-20:4] FALSE 870.8 Unit 549.5 Unit 111 0.7 166 25 5 Positive
577 TG TG(52:5) [NL-20:5] FALSE 870.8 Unit 551.5 Unit 111 0.7 166 25 5 Positive
578 TG TG(53:2) INL-17:1] FALSE | 8908 | Unit | 6055 | Unit | 116 07 | 166 25 5 Positive
579 TG TG(53:2) [NL-18:1] FALSE 890.8 Unit 591.5 Unit 11.5 0.7 166 25 5 Positive
580 TG TG(54:0) [NL-18:0] FALSE 908.8 Unit 607.5 Unit 12.0 0.7 166 25 5 Positive
581 TG TG(54:1) [NL-18:1] FALSE 906.8 Unit 607.5 Unit 11.9 0.7 166 25 5 Positive
582 TG TG(54:2) [NL-18:0] FALSE | 9048 | Unit | 6035 | Unit | 117 07 | 166 25 5 Positive
583 TG TG(54:2) [NL-20:1] FALSE 904.8 Unit 577.5 Unit 1.7 0.7 166 25 5 Positive
584 TG TG(54:3) [NL-18:1] FALSE 902.8 Unit 603.5 Unit 11.5 0.7 166 25 5 Positive
585 TG TG(54:3) [NL-18:2] FALSE | 9028 | Unit | 6055 | Unit | 115 07 | 166 25 5 Positive
586 T6 TG(54:4) [NL-18:2] FALSE | 9008 | Unit | 6035 | Unit | 113 07 | 166 25 5 Positive
587 TG TG(54:4) [NL-20:3] FALSE 900.8 Unit 577.5 Unit 11.4 0.7 166 25 5 Positive
588 TG TG(54:5) [NL-18:3] FALSE 898.8 Unit 603.5 Unit 11.2 0.7 166 25 5 Positive
589 TG TG(54:5) [NL-20:4] FALSE | 8988 | Unit | 5775 | Unit | 113 07 | 166 25 5 Positive
590 16 TG(54:6) [NL-18:3] FALSE | 8968 | Unit | 601.5 | Unit | 11.1 07 | 166 25 5 Positive
591 TG TG(54:6) [NL-20:4] FALSE 896.8 Unit 575.5 Unit 11.1 0.7 166 25 5 Positive
592 TG TG(54:6) [NL-20:5] FALSE 896.8 Unit 577.5 Unit 111 0.7 166 25 5 Positive
593 TG TG(54:6) [NL-22:6] FALSE | 8968 | Unit | 5515 | Unit | 112 07 | 166 25 5 Positive
594 6 TG(54:7) INL-20:5] FALSE | 8948 | Unit | 5755 | Unit | 11.0 07 | 166 25 5 Positive
595 TG TG(54:7) [NL-22:6] FALSE 894.8 Unit 549.5 Unit 11.0 0.7 166 25 5 Positive
596 TG TG(56:6) [NL-20:4] FALSE 924.8 Unit 603.5 Unit 11.3 0.7 166 25 5 Positive
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597 TG TG(56:6) [NL-22:5] FALSE 924.8 Unit | 577.5 | Unit 1.3 0.7 166 25 5 Positive
598 TG TG(56:7) [NL-20:4] FALSE 9228 Unit | 601.5 | Unit 1.1 0.7 166 25 5 Positive
599 TG TG(56:7) [NL-20:5] FALSE 922.8 Unit 603.5 Unit 1.1 0.7 166 25 5 Positive
600 TG TG(56:7) [NL-22:5] FALSE 922.8 Unit 575.5 Unit 11.1 0.7 166 25 5 Positive
601 TG TG(56:7) [NL-22:6] FALSE 922.8 Unit | 577.5 | Unit 11.2 0.7 166 25 5 Positive
602 TG TG(56:8) [NL-20:4] FALSE 920.8 Unit 599.5 Unit 11.0 0.7 166 25 5 Positive
603 TG TG(56:8) [NL-20:5] FALSE 920.8 Unit 601.5 Unit 11.0 0.7 166 25 5 Positive
604 TG TG(56:8) [NL-22:6] FALSE 920.8 Unit 575.5 Unit 1.1 0.7 166 25 5 Positive
605 TG TG(56:9) [NL-22:6] FALSE 918.8 Unit | 573.5 | Unit 10.9 0.7 166 25 5 Positive
606 TG TG(58:10) [NL-22:6] FALSE 944.9 Unit 599.5 Unit 11.0 0.7 166 25 5 Positive
607 TG TG(58:8) [NL-22:6] FALSE 948.8 Unit 603.5 Unit 11.2 0.7 166 25 5 Positive
608 TG TG(58:9) [NL-22:6] FALSE 946.9 Unit 601.5 Unit 1.1 0.7 166 25 5 Positive
609 TG SIM TG(48:0) [SIM] FALSE 824.8 Unit | 824.8 | Unit 11.4 0.7 166 0 5 Positive
610 TG SIM TG(48:1) [SIM] FALSE 822.8 Unit 822.8 Unit 11.3 0.7 166 0 5 Positive
611 TG SIM TG(48:2) [SIM] FALSE 820.8 Unit 820.8 Unit 1.1 0.7 166 0 5 Positive
612 TG SIM TG(48:3) [SIM] FALSE 818.8 Unit | 818.8 | Unit 11.0 0.7 166 0 5 Positive
613 TG SIM TG(49:1) [SIM] FALSE 836.8 Unit | 836.8 | Unit 11.4 0.7 166 0 5 Positive
614 TG SIM TG(50:0) [SIM] FALSE 852.8 Unit | 852.8 | Unit 116 0.7 166 0 5 Positive
615 TG SIM TG(50:1) [SIM] FALSE 850.8 Unit 850.8 Unit 11.5 0.7 166 0 5 Positive
616 TG SIM TG(50:2) [SIM] FALSE 848.8 Unit | 848.8 | Unit 1.3 0.7 166 0 5 Positive
617 TG SIM TG(50:3) [SIM] FALSE 846.8 Unit | 846.8 | Unit 1.1 0.7 166 0 5 Positive
618 TG SIM TG(50:4) [SIM] FALSE 844.8 Unit 844.8 Unit 11.0 0.7 166 0 5 Positive
619 TG SIM TG(51:0) [SIM] FALSE 866.7 Unit 866.7 Unit 11.7 0.7 166 0 5 Positive
620 TG SIM TG(51:1) [SIM] FALSE 864.8 Unit | 864.8 | Unit 1.5 0.7 166 0 5 Positive
621 TG SIM TG(51:2) [SIM] FALSE 862.8 Unit | 862.8 | Unit 11.4 0.7 166 0 5 Positive
622 TG SIM TG(52:1) [SIM] FALSE 878.8 Unit 878.8 Unit 11.7 0.7 166 0 5 Positive
623 TG SIM TG(52:2) [SIM] FALSE 876.8 Unit 876.8 Unit 11.5 0.7 166 0 5 Positive
624 TG SIM TG(52:3) [SIM] FALSE 874.8 Unit | 874.8 | Unit 1.3 0.7 166 0 5 Positive
625 TG SIM TG(52:4) [SIM] FALSE 872.8 Unit 872.8 Unit 11.2 0.7 166 0 5 Positive
626 TG SIM TG(52:5) [SIM] FALSE 870.8 Unit 870.8 Unit 11.0 0.7 166 0 5 Positive
627 TG SIM TG(53:2) [SIM] FALSE 890.8 Unit | 890.8 | Unit 1.5 0.7 166 0 5 Positive
628 TG SIM TG(54:0) [SIM] FALSE 908.8 Unit | 908.8 | Unit 12.0 0.7 166 0 5 Positive
629 TG SIM TG(54:1) [SIM] FALSE 906.8 Unit 906.8 Unit 11.9 0.7 166 0 5 Positive
630 TG SIM TG(54:2) [SIM] FALSE 904.8 Unit 904.8 Unit 11.7 0.7 166 0 5 Positive
631 TG SIM TG(54:3) [SIM] FALSE 902.8 Unit | 902.8 | Unit 1.5 0.7 166 0 5 Positive
632 TG SIM TG(54:4) [SIM] FALSE 900.8 Unit | 900.8 | Unit 11.3 0.7 166 0 5 Positive
633 TG SIM TG(54:5) [SIM] FALSE 898.8 Unit 898.8 Unit 11.2 0.7 166 0 5 Positive
634 TG SIM TG(54:6) [SIM] FALSE 896.8 Unit 896.8 Unit 1.1 0.7 166 0 5 Positive
635 TG SIM TG(54:7) [SIM] FALSE 894.8 Unit | 894.8 | Unit 11.0 0.7 166 0 5 Positive
636 TG SIM TG(56:6) [SIM] FALSE 924.8 Unit | 924.8 | Unit 11.3 0.7 166 0 5 Positive
637 TG SIM TG(56:7) [SIM] FALSE 922.8 Unit 922.8 Unit 11.2 0.7 166 0 5 Positive
638 TG SIM TG(56:8) [SIM] FALSE 920.8 Unit | 920.8 | Unit 1.1 0.7 166 0 5 Positive
639 TG SIM TG(56:9) [SIM] FALSE 918.8 Unit | 918.8 | Unit 10.9 0.7 166 0 5 Positive
640 TG SIM TG(58:10) [SIM] FALSE 944.9 Unit 9449 Unit 11.0 0.7 166 0 5 Positive
641 TG SIM TG(0-50:1) [SIM] FALSE 836.8 Unit 836.8 Unit 11.8 0.7 166 0 5 Positive
642 TG SIM TG(0-50:2) [SIM] FALSE 834.8 Unit 834.8 Unit 11.6 0.7 166 0 5 Positive
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643 TG SIM TG(0-52:1) [SIM] FALSE 864.8 Unit 864.8 Unit 12.0 0.7 166 0 5 Positive
644 TG SIM TG(0-52:2) [SIM] FALSE 862.8 Unit 862.8 Unit 11.8 0.7 166 0 5 Positive
645 TG SIM TG(0-54:2) [SIM] FALSE 890.8 Unit 890.8 Unit 12.0 0.7 166 0 5 Positive
646 TG (0) TG(0-50:1) [NL-15:0] FALSE 836.8 Unit 577.5 Unit 11.8 0.7 166 25 5 Positive
647 TG (0) TG(0-50:1) [NL-16:0] FALSE 836.8 Unit 563.5 Unit 11.8 0.7 166 25 5 Positive
648 TG (0) TG(0-50:1) [NL-17:1] FALSE 836.8 Unit 551.5 Unit 11.8 0.7 166 25 5 Positive
649 TG (0) TG(0-50:1) [NL-18:1] FALSE 836.8 Unit 537.5 Unit 11.8 0.7 166 25 5 Positive
650 TG (0) TG(0-50:2) [NL-16:1] FALSE 834.8 Unit 563.5 Unit 11.6 0.7 166 25 5 Positive
651 TG (0) TG(0-50:2) [NL-18:1] FALSE 834.8 Unit 535.5 Unit 11.6 0.7 166 25 5 Positive
652 TG (0) TG(0-50:2) [NL-18:2] FALSE 834.8 Unit 537.5 Unit 11.6 0.7 166 25 5 Positive
653 TG (0) TG(0-52:0) [NL-16:0] FALSE 866.8 Unit 593.5 Unit 12.2 0.7 166 25 5 Positive
654 TG (0) TG(0-52:1) [NL-16:0] FALSE 864.8 Unit 591.5 Unit 12.0 0.7 166 25 5 Positive
655 TG (0) TG(0-52:1) [NL-18:1] FALSE 864.8 Unit 565.5 Unit 12.0 0.7 166 25 5 Positive
656 TG (0) TG(0-52:2) [NL-16:0] FALSE 862.8 Unit 589.5 Unit 11.8 0.7 166 25 5 Positive
657 TG (0) TG(0-52:2) [NL-17:1] FALSE 862.8 Unit 577.5 Unit 11.8 0.7 166 25 5 Positive
658 TG (0) TG(0-52:2) [NL-18:1] FALSE 862.8 Unit 563.5 Unit 11.8 0.7 166 25 5 Positive
659 TG (0) TG(0-54:2) [NL-17:1] FALSE 890.8 Unit 605.5 Unit 12.0 0.7 166 25 5 Positive
660 TG (0) TG(0-54:2) [NL-18:1] FALSE 890.8 Unit 591.5 Unit 12.0 0.7 166 25 5 Positive
661 TG (0) TG(0-54:3) [NL-17:1] FALSE 888.8 Unit 603.5 Unit 11.8 0.7 166 25 5 Positive
662 TG (0) TG(0-54:3) [NL-18:1] FALSE 888.8 Unit 589.5 Unit 11.8 0.7 166 25 5 Positive
663 TG (0) TG(0-54:4) [NL-17:1] FALSE 886.8 Unit 601.5 Unit 11.6 0.7 166 25 5 Positive
664 TG (0) TG(0-54:4) [NL-18:2] FALSE 886.8 Unit 589.5 Unit 11.6 0.7 166 25 5 Positive
665 Ubiquinone Ubiquinone FALSE 880.7 Unit 197 Unit 11.0 0.4 166 17 5 Positive
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AC(10:0) 316.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 7.2 <1
AC(12:0) 344.3 > 85.1 AC(12:0) [reference] AC(16:0) d3 1 2.7 <1
AC(12:1) 342.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 5.4 <1
AC(13:0) 358.3 > 85.1 AC(12:0) [reference] AC(16:0) d3 1 1.8 1.16
AC(14:0) 372.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 1.7 2.02
AC(14:0)-OH 388.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 4.0 1.38
AC(14:1) 370.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 2.6 <1
AC(14:1)-OH 386.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 5.9 <1
AC(14:2) 368.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 3.1 <1
AC(15:0) (a) 386.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 6.2 2.06
AC(15:0) (b) 386.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 10.3 12.37
AC(16:0) 400.4 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 1.6 <1
AC(16:0)-OH 416.4 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 7.9 3.41
AC(16:1) 398.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 2.5 1.29
AC(16:1)-OH 414.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 6.1 6.41
AC(17:0) (a) 414.4 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 6.7 7.62
AC(17:0) (b) 414.4 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 6.2 8.87
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AC(18:0) 428.4 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 2.8 <1
AC(18:0)-OH 444.4 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 11.9 8.3
AC(18:1) 426.4 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 1.9 <1
AC(18:1)-OH 442.4 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 7.9 1.29
AC(18:2) 424.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 2.4 <1
AC(18:3) 422.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 4.6 7.71
AC(20:3) (a) 450.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 8.0 6.11
AC(20:3) (b) 450.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 171 23.07
AC(20:3)-OH 466.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 11.4 <1
AC(20:4) 448.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 141 7.47
AC(20:5) 446.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 8.2 2.97
AC(22:5) 474.3 > 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 17.9 <1
AC(22:5)-OH 490.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 7.9 1.24
AC(22:6) 472.3 - 85.1 AcylCarnitine 16:0 d3 (IS) [reference] AC(16:0) d3 1 16.8 24.67
AC(24:0) 512.3 > 85.1 AC(24:0) [reference] AC(16:0) d3 1 3.0 <1
AC(24:1) (a) 510.3 - 85.1 AC(24:0) [reference] AC(16:0) d3 1 5.9 2.21
AC(24:1) (b) 510.3 - 85.1 AC(24:0) [reference] AC(16:0) d3 1 9.8 6.96
AC(26:0) 540.3 - 85.1 AC(24:0) [reference] AC(16:0) d3 1 33 <1
AC(26:1) 538.3 > 85.1 AC(24:0) [reference] AC(16:0) d3 1 3.7 <1
CA 426.3 - 355.3 Cholic Acid d4 (IS) [reference] Cholic acid d4 1 5.4 10
CE(14:0) 614.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 4.3 18.4 <1
CE(15:0) 628.6 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 24 12.0 1.03
CE(16:0) 642.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1.7 2.3 <1
CE(16:1) 640.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 10.4 <1
CE(16:2) 638.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.5 9.8 <1
CE(17:0) 656.6 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1.3 49 <1
CE(17:1) 654.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.7 7.5 <1
CE(18:0) 670.7 = 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1.1 2.0 <1
CE(18:1) 668.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.6 3.1 <1
CE(18:2) 666.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.3 4.5 <1
CE(18:2) [+OH] 682.6 > 369.3 CE(18:3) [reference] CE(18:0) d6 1 9.4 <1
CE(18:3) 664.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.3 7.9 <1
CE(20:0) 698.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1.1 12.9 6.67
CE(20:1) 696.7 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.4 5.1 3.45
CE(20:2) 694.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 2.8 <1
CE(20:3) 692.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 2.9 <1
CE(20:4) 690.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 4.1 <1
CE(20:4) [+OH] 706.6 - 369.3 CE(20:5) [reference] CE(18:0) d6 1 10.9 <1
CE(20:5) 688.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 3.7 <1
CE(22:0) 726.7 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.6 14.8 8.7
CE(22:1) 724.7 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.3 17.0 3.71
CE(22:4) 718.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 4.4 <1
CE(22:5) 716.6 > 369.3 CE(22:6) [reference] CE(18:0) d6 0.2 4.3 <1
CE(22:6) 714.6 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.2 6.1 <1
CE(24:0) 754.7 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.5 18.7 16.71
CE(24:1) 752.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 03 16.6 6.78
CE(24:4) 746.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.1 8.4 <1
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CE(24:5) 744.7 - 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.1 8.1 <1
CE(24:6) 742.7 > 369.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 0.1 13.7 <1
Cer(d16:1/16:0) 510.6 - 236.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 12.6 1.31
Cer(d16:1/18:0) 538.6 > 236.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 7.5 3.53
Cer(d16:1/20:0) 566.6 > 236.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 4.2 2.12
Cer(d16:1/22:0) 594.6 - 236.3 Cer(d16:1/22:0) [reference] Cer(d18:1-d7/18:0) 1 14.3 1.33
Cer(d16:1/23:0) 608.6 > 236.3 Cer(d16:1/23:0) [reference] Cer(d18:1-d7/18:0) 1 141 1.7
Cer(d16:1/24:0) 622.6 > 236.3 Cer(d16:1/24:0) [reference] Cer(d18:1-d7/18:0) 1 15.3 1.2
Cer(d16:1/24:1) 620.6 > 236.3 Cer(d16:1/24:1) [reference] Cer(d18:1-d7/18:0) 1 14.2 <1
Cer(d17:1/16:0) 524.6 > 250.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 12.9 7.44
Cer(d17:1/18:0) 552.6 > 250.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 111 28.25
Cer(d17:1/20:0) 580.6 - 250.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 8.4 8.01
Cer(d17:1/22:0) 608.6 - 250.3 Cer(d17:1/22:0) [reference] Cer(d18:1-d7/18:0) 1 13.5 2.66
Cer(d17:1/23:0) 622.6 > 250.3 Cer(d17:1/23:0) [reference] Cer(d18:1-d7/18:0) 1 16.2 2.04
Cer(d17:1/24:0) 636.6 > 250.3 Cer(d17:1/24:0) [reference] Cer(d18:1-d7/18:0) 1 14.5 2.13
Cer(d17:1/24:1) 634.6 > 250.3 Cer(d17:1/24:1) [reference] Cer(d18:1-d7/18:0) 1 14.2 <1
Cer(d18:1/16:0) 538.5 > 264.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 3.9 <1
Cer(d18:1/18:0) 566.6 > 264.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 3.1 1.1
Cer(d18:1/20:0) 594.6 - 264.3 Cer(d18:1/21:0) [reference] Cer(d18:1-d7/18:0) 1 13.7 3.03
Cer(d18:1/21:0) 608.6 > 264.3 Cer(d18:1/21:0) [reference] Cer(d18:1-d7/18:0) 1 14.2 2.95
Cer(d18:1/22:0) 622.6 > 264.3 Cer(d18:1/22:0) [reference] Cer(d18:1-d7/18:0) 1 13.5 <1
Cer(d18:1/23:0) 636.6 > 264.3 Cer(d18:1/23:0) [reference] Cer(d18:1-d7/18:0) 1 13.4 <1
Cer(d18:1/24:0) 650.6 > 264.3 Cer(d18:1/24:0) [reference] Cer(d18:1-d7/18:0) 1 15.9 <1
Cer(d18:1/24:1) 648.6 > 264.3 Cer(d18:1/24:1) [reference] Cer(d18:1-d7/18:0) 1 13.5 <1
Cer(d18:1/26:0) 678.6 > 264.3 Cer(d18:1/26:0) [reference] Cer(d18:1-d7/18:0) 1 17.3 13.36
Cer(d18:2/16:0) 536.5 - 262.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 9.9 1.09
Cer(d18:2/18:0) 564.6 > 262.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 7.2 <1
Cer(d18:2/20:0) 592.6 > 262.3 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 7.4 <1
Cer(d18:2/22:0) 620.6 > 262.3 Cer(d18:2/22:0) [reference] Cer(d18:1-d7/18:0) 1 14.5 <1
Cer(d18:2/23:0) 634.6 > 262.3 Cer(d18:2/23:0) [reference] Cer(d18:1-d7/18:0) 1 14.4 <1
Cer(d18:2/24:0) 648.6 > 262.3 Cer(d18:2/24:0) [reference] Cer(d18:1-d7/18:0) 1 16.0 <1
Cer(d18:2/24:1) 646.6 > 262.3 Cer(d18:2/24:1) [reference] Cer(d18:1-d7/18:0) 1 14.4 <1
Cer(d18:2/26:0) 676.6 > 262.3 Cer(d18:2/24:0) [reference] Cer(d18:1-d7/18:0) 1 18.2 2.79
Cer(d19:1/18:0) 580.6 - 278.3 Cer(d19:1/20:0) [reference] Cer(d18:1-d7/18:0) 1 13.5 4.15
Cer(d19:1/20:0) 608.6 - 278.3 Cer(d19:1/20:0) [reference] Cer(d18:1-d7/18:0) 1 16.3 13.82
Cer(d19:1/22:0) 636.6 > 278.3 Cer(d19:1/22:0) [reference] Cer(d18:1-d7/18:0) 1 15.2 <1
Cer(d19:1/23:0) 650.6 > 278.3 Cer(d19:1/23:0) [reference] Cer(d18:1-d7/18:0) 1 15.4 <1
Cer(d19:1/24:0) 664.6 > 278.3 Cer(d19:1/24:0) [reference] Cer(d18:1-d7/18:0) 1 16.0 <1
Cer(d19:1/24:1) 662.6 > 278.3 Cer(d19:1/24:1) [reference] Cer(d18:1-d7/18:0) 1 14.8 <1
Cer(d20:1/22:0) 650.6 > 292.3 Cer(d20:1/22:0) [reference] Cer(d18:1-d7/18:0) 1 17.1 8.75
Cer(d20:1/23:0) 664.6 > 292.3 Cer(d20:1/23:0) [reference] Cer(d18:1-d7/18:0) 1 17.0 5.41
Cer(d20:1/24:0) 678.6 > 292.3 Cer(d20:1/24:0) [reference] Cer(d18:1-d7/18:0) 1 16.6 5.37
Cer(d20:1/24:1) 676.6 > 292.3 Cer(d20:1/24:1) [reference] Cer(d18:1-d7/18:0) 1 16.4 1.26
Cer(m18:0/20:0) 580.6 - 268.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 14.2 3
Cer(m18:0/22:0) 608.6 > 268.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 15.3 <1
Cer(m18:0/23:0) 622.6 > 268.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 14.8 1.08
Cer(m18:0/24:0) 636.6 > 268.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 15.7 <1
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Cer(m18:0/24:1) 634.6 > 268.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 15.2 1.36
Cer(m18:1/18:0) 550.6 - 266.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 14.2 <1
Cer(m18:1/20:0) 578.6 - 266.4 Cer(m18:1/20:0) [reference] Cer(d18:1-d7/18:0) 1 14.6 <1
Cer(m18:1/22:0) 606.6 > 266.4 Cer(m18:1/20:0) [reference] Cer(d18:1-d7/18:0) 1 14.4 <1
Cer(m18:1/23:0) 620.6 > 266.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 13.2 <1
Cer(m18:1/24:0) 634.6 > 266.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 15.3 <1
Cer(m18:1/24:1) 632.6 > 266.4 Cer(d18:1-d7/18:0) (IS) [reference] Cer(d18:1-d7/18:0) 1 14.4 <1
Cer1P(d18:1/16:0) 618.4 > 264.3 Cer1P(d18:1/16:0) [reference] Cer(d18:1-d7/18:0) 1 16.6 <1
COH 369.4 > 161.2 COH-d7 (IS) [reference] COH(d7) 1 7.9 <1
DE(16:0) 640.6 > 367.4 DE(18:1) ester d6 (IS) [reference] CE(18:0) d6 1 16.7 1.74
DE(18:1) 666.6 > 367.4 DE(18:1) ester d6 (IS) [reference] CE(18:0) d6 1 6.8 <1
DE(18:2) 664.6 > 367.4 DE(18:1) ester d6 (IS) [reference] CE(18:0) d6 1 7.7 <1
DE(20:4) 688.6 > 367.4 DE(18:1) ester d6 (IS) [reference] CE(18:0) d6 1 7.8 <1
DG(14:0_16:0) 558.5->313.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 3.3 28.6
DG(14:0_18:2) 582.5 - 285.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 7.8 1.94
DG(16:0_16:0) 586.5 > 313.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 0.5 4.5 16.01
DG(16:0_16:1) 584.5 > 313.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 2.9 10.96
DG(16:0_18:1) 612.6 - 313.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 4.2 2.83
DG(16:0_18:2) 610.5 > 313.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 4.8 <1
DG(16:0_20:4) 634.5 > 313.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 4.1 6.05
DG(16:0_22:5) 660.6 > 313.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 7.7 7.88
DG(16:0_22:6) 658.5 > 313.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 7.2 4.45
DG(16:1_18:1) 610.5 > 339.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 2.7 3.86
DG(18:0_18:1) 640.6 > 341.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 3.6 5.13
DG(18:0_18:2) 638.6 > 341.3 DG(18:0_18:2) [referencel] DG(15:0_18:1) d7 1 4.3 1.73
DG(18:0_20:4) 662.6 > 341.3 DG(18:0_20:4) [reference] DG(15:0_18:1) d7 1 8.7 1.64
DG(18:1_18:1) 638.6 > 339.3 DG(18:0_18:2) [reference] DG(15:0_18:1) d7 1 3.4 1.2
DG(18:1.18:2) 636.6 = 339.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 2.4 <1
DG(18:1_18:3) 634.5 > 339.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 4.0 <1
DG(18:1_20:3) 662.6 > 339.3 DG(18:0_20:4) [reference] DG(15:0_18:1) d7 1 47 1.22
DG(18:1_20:4) 660.6 > 339.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 2.6 <1
DG(18:1_20:5) 658.6 - 339.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 3.5 2.71
DG(18:1_22:5) 686.6 > 339.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 5.1 3.15
DG(18:1_22:6) 684.6 > 339.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 3.6 1.27
DG(18:2_18:2) 634.5 > 337.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 0.5 3.0 <1
DG(18:2_20:4) 658.5 > 337.2 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 3.9 <1
DG(18:2_22:6) 682.6 > 337.3 DG(15:0 18:1) d7 (IS) [reference] DG(15:0_18:1) d7 1 4.8 <1
dhCer(d18:0/16:0) 540.5 - 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 11.8 32.71
dhCer(d18:0/18:0) 568.6 > 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 9.4 23.82
dhCer(d18:0/20:0) 596.6 > 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 14.6 16.64
dhCer(d18:0/22:0) 624.6 > 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 15.4 1.67
dhCer(d18:0/24:0) 652.7 > 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 16.1 2.87
dhCer(d18:0/24:1) 650.6 > 284.3 dhCer(d18:0/8:0) [reference] dhCer(d18:0/8:0) 1 14.3 <1
dimethyl-CE(18:1) 696.6 > 397.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 6.0 <1
dimethyl-CE(18:2) 694.6 > 397.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 2.6 <1
dimethyl-CE(20:4) 718.6 > 397.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 5.0 <1
dxCA 410.3 - 357.3 Cholic Acid d4 (IS) [reference] Cholic acid d4 1 4.7 8.07
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FA(14:0) 227.2»227.2 FA(22:6) d5 (IS) [reference] FFA(18:1) d9 1 6.2 67.45
FA(16:0) 255.2 - 255.2 FA(18:1) d9 (1S) [reference] FFA(18:1) d9 1 2.0 23.4
FA(16:1) 253.2 > 2532 FA(20:4) d11 (1S) [reference] FFA(18:1) d9 1 48 14.87
FA(17:0) 269.2 > 269.2 FA(18:1) d9 (IS) [reference] FFA(18:1) d9 1 3.6 79.9
FA(17:1) 267.2 > 267.2 FA(18:1) d9 (IS) [reference] FFA(18:1) d9 1 2.8 70.54
FA(18:0) 283.3 > 283.3 FA(18:1) d9 (1S) [reference] FFA(18:1) d9 1 4.5 94.5
FA(18:1) 281.2 2812 FA(18:1) 9 (IS) [reference] FFA(18:1) d9 1 16 2.23
FA(18:2) 279.2 > 279.2 FA(18:1) d9 (IS) [reference] FFA(18:1) d9 1 3.1 10.48
FA(18:3) 277.2 > 2772 FA(22:6) d5 (IS) [reference] FFA(18:1) d9 1 3.8 9.42
FA(20:2) 307.3 - 307.3 FA(18:1) d9 (1S) [reference] FFA(18:1) d9 1 6.7 73.72
FA(20:3) 305.2 - 305.2 FA(18:1) d9 (IS) [reference] FFA(18:1) d9 1 3.9 76.41
FA(20:4) 303.2 > 303.2 FA(20:4) d11 (IS) [reference] FFA(18:1) d9 1 5.1 14.41
FA(20:5) 301.2 > 301.2 FA(22:6) d5 (IS) [reference] FFA(18:1) d9 1 7.3 26.16
FA(22:4) 331.3>331.3 FA(18:1) d9 (IS) [reference] FFA(18:1) d9 1 4.5 34.32
FA(22:5) 329.2 > 329.2 FA(20:4) d11 (IS) [reference] FFA(18:1) d9 1 7.8 43.67
FA(22:6) 327.2>327.2 FA(22:6) d5 (1S) [reference] FFA(18:1) d9 1 4.6 26.58
GM3(d18:1/16:0) 1153.7 > 264.3 GM3(d18:1/16:0) [reference] Hex3Cer(d18:1/17:0) 1 4.2 <1
GM3(d18:1/18:0) 1181.8 = 264.3 GM3(d18:1/16:0) [reference] Hex3Cer(d18:1/17:0) 1 4.4 <1
GM3(d18:1/20:0) 1209.8 > 264.3 GM3(d18:1/16:0) [reference] Hex3Cer(d18:1/17:0) 1 7.4 <1
GM3(d18:1/22:0) 1237.8 = 264.3 GM3(d18:1/22:0) [reference] Hex3Cer(d18:1/17:0) 1 5.6 <1
GM3(d18:1/24:0) 1265.8 > 264.3 GM3(d18:1/24:0) [reference] Hex3Cer(d18:1/17:0) 1 4.9 <1
GM3(d18:1/24:1) 1263.8 > 264.3 GM3(d18:1/22:0) [reference] Hex3Cer(d18:1/17:0) 1 5.1 <1
Hex2Cer(d16:1/16:0) 834.6 > 236.3 Hex2Cer(d18:1/15:0) d7 (IS) [reference] Hex2Cer(d18:1/15:0) d7 1 4.2 <1
Hex2Cer(d16:1/24:1) 9447 - 236.3 Hex2Cer(d16:1/24:1) [reference] Hex2Cer(d18:1/15:0) d7 1 8.6 <1
Hex2Cer(d18:1/16:0) 862.6 > 264.3 Hex2Cer(d18:1/16:0) [reference] Hex2Cer(d18:1/15:0) d7 1 2.4 <1
Hex2Cer(d18:1/20:0) 918.7 - 264.3 Hex2Cer(d18:1/22:0) [reference] Hex2Cer(d18:1/15:0) d7 1 9.0 <1
Hex2Cer(d18:1/22:0) 946.7 > 264.3 Hex2Cer(d18:1/22:0) [reference] Hex2Cer(d18:1/15:0) d7 1 3.8 <1
Hex2Cer(d18:1/24:0) 974.8 > 264.3 Hex2Cer(d18:1/24:0) [reference] Hex2Cer(d18:1/15:0) d7 1 4.4 <1
Hex2Cer(d18:1/24:1) 972.7 - 264.3 Hex2Cer(d18:1/24:1) [reference] Hex2Cer(d18:1/15:0) d7 1 2.6 <1
Hex2Cer(d18:2/16:0) 860.6 > 262.3 Hex2Cer(d18:1/15:0) d7 (IS) [reference] Hex2Cer(d18:1/15:0) d7 1 4.6 <1
Hex2Cer(d18:2/24:1) 970.7 > 262.3 Hex2Cer(d18:2/24:1) [reference] Hex2Cer(d18:1/15:0) d7 1 47 <1
Hex3Cer(d18:1/16:0) 1024.7 > 264.3 Hex3Cer(d18:1/17:0) (IS) [reference] Hex3Cer(d18:1/17:0) 1 4.4 <1
Hex3Cer(d18:1/18:0) 1052.7 = 264.3 Hex3Cer(d18:1/17:0) (1S) [reference] Hex3Cer(d18:1/17:0) 1 1.2 1.58
Hex3Cer(d18:1/22:0) 1108.8 > 264.3 Hex3Cer(d18:1/17:0) (IS) [reference] Hex3Cer(d18:1/17:0) 1 5.3 <1
Hex3Cer(d18:1/24:0) 1136.8 > 264.3 Hex3Cer(d18:1/17:0) (IS) [reference] Hex3Cer(d18:1/17:0) 1 5.3 <1
Hex3Cer(d18:1/24:1) 1134.8 > 264.3 Hex3Cer(d18:1/17:0) (1S) [reference] Hex3Cer(d18:1/17:0) 1 5.1 <1
HexCer(d16:1/18:0) 700.6 - 236.3 HexCer(d16:1/20:0) [reference] HexCer(d18:1/15:0) d7 1 16.7 3.78
HexCer(d16:1/20:0) 728.6 > 236.3 HexCer(d16:1/20:0) [reference] HexCer(d18:1/15:0) d7 1 9.8 2.88
HexCer(d16:1/22:0) 756.7 > 236.3 HexCer(d16:1/24:0) [reference] HexCer(d18:1/15:0) d7 1 6.8 <1
HexCer(d16:1/24:0) 784.7 - 236.3 HexCer(d16:1/24:0) [reference] HexCer(d18:1/15:0) d7 1 6.2 <1
HexCer(d18:1/16:0) 700.6 > 264.3 HexCer(d18:1/16:0) [reference] HexCer(d18:1/15:0) d7 1 8.6 <1
HexCer(d18:1/18:0) 728.6 > 264.3 HexCer(d18:1/18:0) [reference] HexCer(d18:1/15:0) d7 1 6.9 <1
HexCer(d18:1/20:0) 756.6 > 264.3 HexCer(d18:1/20:0) [reference] HexCer(d18:1/15:0) d7 1 7.2 <1
HexCer(d18:1/22:0) 784.7 - 264.3 HexCer(d18:1/22:0) [reference] HexCer(d18:1/15:0) d7 1 2.5 <1
HexCer(d18:1/24:0) 812.7 - 264.3 HexCer(d18:1/24:0) [reference] HexCer(d18:1/15:0) d7 1 35 <1
HexCer(d18:1/24:1) 810.7 > 264.3 HexCer(d18:1/24:1) [reference] HexCer(d18:1/15:0) d7 1 2.6 <1
HexCer(d18:2/20:0) 754.6 > 262.3 HexCer(d18:2/20:0) [reference] HexCer(d18:1/15:0) d7 1 13.0 1.36
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HexCer(d18:2/22:0) 782.7 > 262.3 HexCer(d18:2/20:0) [reference] HexCer(d18:1/15:0) d7 1 7.1 <1
HexCer(d18:2/24:0) 810.7 > 262.3 HexCer(d18:2/24:0) [reference] HexCer(d18:1/15:0) d7 1 4.2 <1
LPC(14:0) [sn1] 468.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 2.0 <1
LPC(14:0) [sn2] 468.3 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 3.5 <1
LPC(15:0) [sn1] 482.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 19 17.68
LPC(15:0) [sn2] 482.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 3.7 <1
LPC(15-MHDA) [sn1] / LPC(17:0) [sn2] 510.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.1 <1
LPC(15-MHDA) [sn1] [104_sn1] 510.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 3.0 <1
LPC(15-MHDA) [sn2] 510.4 - 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 37 <1
LPC(16:0) [sn1] 496.3 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 1.8 <1
LPC(16:0) [sn2] 496.3 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.1 <1
LPC(16:1) [sn1] 494.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 1.5 <1
LPC(16:1) [sn2] 494.3 > 184.1 LPC(18:1) d7 (I1S) [reference] LPC(18:1) d7 1 4.4 <1
LPC(17:0) [sn1] 510.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.1 <1
LPC(17:1) (a) [sn1] [104_sn1] 508.4 > 104.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 3.3 <1
LPC(17:1) [sn1] (a) / LPC(17:1) [sn2] (b) 508.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 2.3 <1
LPC(17:1) [sn1] (b) 508.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.8 2.07
LPC(17:1) [sn2] (a) 508.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 5.6 <1
LPC(18:0) [sn1] 524.4 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 2.0 <1
LPC(18:0) [sn2] 524.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 2.8 <1
LPC(18:1) [sn1] 522.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 1.5 <1
LPC(18:1) [sn2] 522.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 1.9 <1
LPC(18:2) [+0H] 536.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 8.8 48
LPC(18:2) [sn1] 520.3 - 184.1 LPC(18:1) d7 (I1S) [reference] LPC(18:1) d7 1 17 <1
LPC(18:2) [sn2] 520.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 3.6 <1
LPC(18:3) (a) [sn1] [104_sn1] 518.3 = 104.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 4.8 <1
LPC(18:3) [sn1] (a)/LPC(18:3) [sn2] (b) 518.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 3.4 <1
LPC(18:3) [sn1] (b) 518.3 = 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 37 <1
LPC(18:3) [sn2] (a) 518.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 5.3 <1
LPC(19:0) (a) [sn1] [104_sn1] 538.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 5.9 <1
LPC(19:0) [sn1] (a) / LPC(19:0) [sn2] (b) 538.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.3 1.21
LPC(19:0) [sn1] (b) 538.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 3.9 <1
LPC(19:0) [sn2] (a) 538.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 6.9 6.16
LPC(19:1) (a) 536.4 - 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 10.0 4.92
LPC(19:1) (b) 536.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.4 2.96
LPC(19:1) (c) 536.4 - 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 9.0 28.49
LPC(20:0) [sn1] 552.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.5 <1
LPC(20:0) [sn2] 552.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 48 2.53
LPC(20:1) [sn1] 550.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.1 <1
LPC(20:1) [sn2] 550.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.1 1
LPC(20:2) [sn1] 548.4 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 2.8 <1
LPC(20:2) [sn2] 548.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.1 <1
LPC(20:3) [sn1] 546.4 - 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.4 <1
LPC(20:3) [sn2] 546.4 > 184.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 33 <1
LPC(20:4) [+OH] 560.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 15.4 25.83
LPC(20:4) [sn1] 544.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 33 <1
LPC(20:4) [sn2] 544.3 - 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.0 <1
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LPC(20:5) [sn1] 542.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.3 <1
LPC(20:5) [sn2] 542.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 5.6 <1
LPC(22:0) [sn1] 580.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 8.0 <1
LPC(22:0) [sn2] 580.4 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 8.6 <1
LPC(22:1) [sn1] 578.4 - 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 5.8 3.53
LPC(22:1) [sn2] 578.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 8.3 15.86
LPC(22:4) [sn1] 572.4 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 4.7 <1
LPC(22:4) [sn2] 572.4 - 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 55 <1
LPC(22:5) (n3) [sn1] [104_sn1] 570.4 > 104.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 3.3 <1
LPC(22:5) [sn1] (n3)/LPC(22:5) [sn2] (n6) 570.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 3.0 <1
LPC(22:5) [sn1] (n6) 570.4 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.8 <1
LPC(22:5) [sn2] (n3) 570.4 - 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 4.0 <1
LPC(22:6) [sn1] 568.3 = 184.1 LPC(18:1) d7 (I1S) [reference] LPC(18:1) d7 1 38 <1
LPC(22:6) [sn2] 568.3 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 5.0 <1
LPC(22:6) [+OH] 584.3->184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 38.1 53.47
LPC(24:0) [sn1] 608.5 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 6.9 <1
LPC(24:0) [sn2] 608.5 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 8.0 <1
LPC(26:0) [sn1] 636.5 > 184.1 LPC(18:1) d7 (IS) [reference] LPC(18:1) d7 1 6.4 43.83
LPC(26:0) [sn2] 636.5 > 184.1 LPC(18:1) d7 (1S) [reference] LPC(18:1) d7 1 7.3 51.49
LPC(0-16:0) 482.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.1 <1
LPC(0-18:0) 510.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 3.5 <1
LPC(0-18:1) 508.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 2.4 <1
LPC(0-20:0) 538.4 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 6.3 <1
LPC(0-20:1) 536.4 - 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.3 <1
LPC(0-22:0) 566.5 - 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 5.8 <1
LPC(0-22:1) 564.4 - 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 7.1 <1
LPC(0-24:0) 594.5 - 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 4.4 <1
LPC(0-24:1) 592.5 = 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 5.6 1.54
LPC(0-24:2) 590.5 - 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 7.9 <1
LPC(P-16:0) 480.3 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 22 <1
LPC(P-17:0) (a) 494.3 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 5.3 3.84
LPC(P-17:0) (b) 494.3 > 104.1 LPC(0-16:0) [reference] LPC(18:1) d7 1 6.7 8.79
LPC(P-18:0) 508.3 > 104.1 LPC(P-18:0) [reference] LPC(18:1) d7 1 5.1 <1
LPC(P-18:1) 506.3 - 104.1 LPC(P-18:1) [reference] LPC(18:1) d7 1 4.6 <1
LPC(P-20:0) 536.3 > 104.1 LPC(P-18:1) [reference] LPC(18:1) d7 1 1.3 <1
LPE(16:0) [sn1] 454.3 > 313.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 55 <1
LPE(16:0) [sn2] 454.3 > 313.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 5.1 <1
LPE(17:0) 468.3 ->327.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 22.8 7.3
LPE(18:0) [sn1] 482.3 - 341.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 3.6 <1
LPE(18:0) [sn2] 482.3 >341.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 53 <1
LPE(18:1) [sn1] 480.3 - 339.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 5.0 <1
LPE(18:1) [sn2] 480.3 - 339.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 5.6 <1
LPE(18:2) [sn1] 478.3 - 337.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 39 <1
LPE(18:2) [sn2] 478.3 - 337.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 5.0 <1
LPE(20:4) [sn1] 502.3 > 361.3 LPE(18:1) d7 (1S) [reference] LPE(18:1) d7 1 5.3 <1
LPE(20:4) [sn2] 502.3 > 361.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 6.1 <1
LPE(22:6) [sn1] 526.3 - 385.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 5.0 <1
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LPE(22:6) [sn2] 526.3 > 385.3 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 7.3 <1
LPE(P-16:0) 438.3 > 266.4 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 11.2 <1
LPE(P-18:0) 466.3 >294.4 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 9.6 <1
LPE(P-18:1) 464.3 - 292.4 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 15.8 <1
LPE(P-20:0) 494.3 > 322.4 LPE(18:1) d7 (IS) [reference] LPE(18:1) d7 1 21.6 21.11
LPI(18:0) 618.3 > 341.3 LPI(18:0) [reference] LPI(13:0) 1 18.7 2.56
LPI(18:1) [sn1] 616.3 > 339.3 LPI 13:0 (IS) [reference] LPI(13:0) 1 10.8 <1
LPI(18:1) [sn2] 616.3 > 339.3 LP113:0 (IS) [reference] LPI(13:0) 1 25.4 <1
LPI(18:2) [sn1] 614.3 > 337.3 LPI 13:0 (IS) [reference] LPI(13:0) 1 10.6 <1
LPI(18:2) [sn2] 614.3 - 337.3 LPI 13:0 (IS) [reference] LPI(13:0) 1 10.6 3.74
LPI(20:4) [sn1] 638.3 > 361.3 LPI 13:0 (IS) [reference] LPI(13:0) 1 12.4 <1
LPI(20:4) [sn2] 638.3 > 361.3 LP113:0 (IS) [reference] LPI(13:0) 1 1.9 <1
methyl-CE(18:0) 684.6 - 383.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 14.6 415
methyl-CE(18:1) 682.6 > 383.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 4.3 <1
methyl-CE(18:2) 680.6 > 383.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 29 <1
methyl-CE(20:4) 704.6 - 383.3 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 4.1 <1
methyl-DE(18:1) 680.6 > 381.4 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 9.7 <1
methyl-DE(18:2) 678.6 > 381.4 CE 18:0-d6 (IS) [reference] CE(18:0) d6 1 6.2 <1
PA(34:1) 692.6 > 577.6 PA(15:0_18:1) d7 (IS) [reference] PA(15:0_18:1) d7 1 11.1 <1
PA(36:2) 718.6 - 603.6 PA(15:0_18:1) d7 (IS) [reference] PA(15:0_18:1) d7 1 13.2 5.97
PA(36:3) 716.6 > 601.6 PA(15:0_18:1) d7 (IS) [reference] PA(15:0_18:1) d7 1 13.7 6.68
PA(36:4) 714.6 > 599.6 PA(15:0_18:1) d7 (IS) [reference] PA(15:0_18:1) d7 1 15.5 10.42
PC(14:0_16:0) 706.5 > 184.1 PC(14:0_16:0) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(14:0_20:4) 754.5 > 184.1 PC(14:0_20:4) [reference] PC(15:0_18:1) d7 1 2.3 <1
PC(14:0_22:6) 778.5 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.7 <1
PC(15:0_20:3) 770.6 > 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 3.7 <1
PC(15:0_20:4) 768.6 > 184.1 PC(15:0_20:4) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(15:0_22:6) 792.6 = 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(15-MHDA_18:1) 774.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(15-MHDA_18:2) 772.6 = 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.1 <1
PC(15-MHDA_20:4) 796.6 > 184.1 PC(16:0_18:2) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(15-MHDA_22:6) 820.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 2.1 <1
PC(16:0_16:0) 734.6 > 184.1 PC(16:0_16:0) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(16:0_18:0) 762.6 > 184.1 PC(18:0_18:1) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(16:0_18:1) 760.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 3.2 <1
PC(16:0_18:2) 758.6 > 184.1 PC(16:0_18:2) [reference] PC(15:0_18:1) d7 1 5.5 <1
PC(16:0_18:3) (a) 756.6 > 184.1 PC(32:2) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(16:0_18:3) (b) 756.6 > 184.1 PC(32:2) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(16:0_20:3) (a) 784.6 > 184.1 PC(33:1) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(16:0_20:3) (b) 784.6 > 184.1 PC(33:1) [reference] PC(15:0_18:1) d7 1 3.0 <1
PC(16:0_20:4) 782.6 > 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 4.0 <1
PC(16:0_20:5) 780.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 1.5 <1
PC(16:0_22:6) 806.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(16:1_18:2) 756.6 = 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 2.9 <1
PC(16:1_20:4) 780.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 29 <1
PC(16:1_22:6) 804.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.5 <1
PC(17:0_18:1) 774.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.4 <1
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PC(17:0_18:2) 772.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.6 <1
PC(17:0_20:4) 796.6 > 184.1 PC(16:0_18:2) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(17:0_22:6) 820.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(17:1.18:2) 770.6 > 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 2.3 <1
PC(18:0_18:1) 788.6 > 184.1 PC(18:0_18:1) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(18:0_18:2) 786.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 3.3 <1
PC(18:0_20:3) 812.6 > 184.1 PC(18:0_18:1) [reference] PC(15:0_18:1) d7 1 1.8 <1
PC(18:0_20:4) 810.6 > 184.1 PC(18:0_20:4) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(18:0_22:4) 838.6 = 184.1 PC(15:0_18:1) d7 (1S) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(18:0_22:5) (n3)/PC(20:1_20:4) 836.6 > 184.1 PC(15:0_18:1) d7 (IS) [reference] PC(15:0_18:1) d7 1 1.8 <1
PC(18:0_22:5) (n6) 836.6 > 184.1 PC(15:0_18:1) d7 (IS) [reference] PC(15:0_18:1) d7 1 2.1 <1
PC(18:0_22:6) 834.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(18:1_18:1) 786.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 3.3 <1
PC(18:1_18:2) 784.6 > 184.1 PC(33:1) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(18:1_20:3) 810.6 > 184.1 PC(18:0_20:4) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(18:1_22:6) (a) 832.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(18:1_22:6) (b) 832.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 3.9 <1
PC(18:2_18:2) 782.6 > 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 3.7 <1
PC(18:2_20:5) 804.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(20:0_20:4) 838.6 > 184.1 PC(15:0_18:1) d7 (IS) [reference] PC(15:0_18:1) d7 1 3.1 <1
PC(28:0) 678.5 > 184.1 PC(28:0) [reference] PC(15:0_18:1) d7 1 3.5 <1
PC(31:0) (a) 720.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(31:0) (b) 720.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.9 <1
PC(31:1) 718.5 > 184.1 PC(14:0_16:0) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(32:1) 732.6 > 184.1 PC(16:0_16:0) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(32:2) 730.5 > 184.1 PC(32:2) [reference] PC(15:0_18:1) d7 1 1.8 <1
PC(33:0) (a) 748.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 17 <1
PC(33:0) (b) 748.6 > 184.1 PC(16:0_18:1) [reference] PC(15:0_18:1) d7 1 2.6 <1
PC(33:1) 746.6 > 184.1 PC(33:1) [reference] PC(15:0_18:1) d7 1 1.7 <1
PC(33:2) 744.6 > 184.1 PC(33:2) [reference] PC(15:0_18:1) d7 1 2.8 <1
PC(34:2) [+OH] 774.6 ->184.1 PC(15:0_18:1) d7 (IS) [reference] PC(15:0_18:1) d7 1 50.5 <1
PC(34:5) 752.5 > 184.1 PC(34:5) [reference] PC(15:0_18:1) d7 1 3.6 <1
PC(35:5) 766.5 > 184.1 PC(15:0_20:4) [reference] PC(15:0_18:1) d7 1 3.1 <1
PC(36:4) [+OH] 798.6 > 184.1 PC(15:0_18:1) d7 (IS) [reference] PC(15:0_18:1) d7 1 4.2 <1
PC(36:6) (a) 778.5 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 3.0 <1
PC(38:2) 814.6 > 184.1 PC(18:0_18:1) [reference] PC(15:0_18:1) d7 1 2.4 2.16
PC(38:4) (b) 810.6 > 184.1 PC(18:0_20:4) [reference] PC(15:0_18:1) d7 1 1.8 <1
PC(38:5) (a) 808.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 2.2 <1
PC(38:5) (b) 808.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 1.8 <1
PC(38:6) (a) 806.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 1.4 <1
PC(38:6) [+OH] 822.6 > 184.1 PC(18:0_20:4) [reference] PC(15:0_18:1) d7 1 4.3 <1
PC(38:7) (c) 804.6 > 184.1 PC(15:0_22:6) [reference] PC(15:0_18:1) d7 1 33 <1
PC(39:5) (a) 822.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 3.1 <1
PC(39:5) (b) 822.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(40:7) (a) 832.6 > 184.1 PC(18:0_22:6) [reference] PC(15:0_18:1) d7 1 27 <1
PC(40:8) 830.6 > 184.1 PC(16:0_18:2) [reference] PC(15:0_18:1) d7 1 2.5 <1
PC(42:10) 854.5 > 184.1 PC(34:5) [reference] PC(15:0_18:1) d7 1 3.0 <1
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PC(0-16:0/16:0) 720.6 > 184.1 PC(0-16:0/16:0) [reference] PC(15:0_18:1) d7 1 2.7 <1
PC(0-16:0/20:3) 770.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 2.1 <1
PC(0-16:0/20:4) 768.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(0-16:0/22:6) 792.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 1.6 <1
PC(0-18:0/18:1) 774.6 > 184.1 PC(0-36:0) [reference] PC(15:0_18:1) d7 1 4.6 <1
PC(0-18:0/18:2) 772.6 > 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 2.3 <1
PC(0-18:0/20:4) 796.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(0-18:0/22:6) 820.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 2.6 <1
PC(0-18:1/18:1) 772.6 = 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 2.6 <1
PC(0-18:1/18:2) 770.6 = 184.1 PC(0-38:5) [referencel] PC(15:0_18:1) d7 1 1.6 <1
PC(0-32:1) 718.5 > 184.1 PC(0-16:0/16:0) [reference] PC(15:0_18:1) d7 1 2.8 <1
PC(0-32:2) 716.6 > 184.1 PC(16:0_18:2) [reference] PC(15:0_18:1) d7 1 2.5 1.55
PC(0-34:1) 746.6 > 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 2.0 <1
PC(0-34:2) 744.6 > 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 1.7 <1
PC(0-34:4) 740.6 > 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 2.8 2.57
PC(0-35:4) 754.5 > 184.1 PC(0-34:1) [reference] PC(15:0_18:1) d7 1 1.9 93.31
PC(0-36:0) 776.6 > 184.1 PC(0-36:0) [reference] PC(15:0_18:1) d7 1 3.7 <1
PC(0-36:5) 766.5 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(0-38:5) 794.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 1.9 <1
PC(0-40:5) 822.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 2.1 <1
PC(0-40:7) 818.6 > 184.1 PC(0-38:5) [reference] PC(15:0_18:1) d7 1 2.4 <1
PC(P-15:0/20:4) (a) 752.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 45 273
PC(P-15:0/20:4) (b) 752.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 4.9 7.07
PC(P-16:0/14:0) 690.4 > 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 4.0 <1
PC(P-16:0/16:0) 718.5>184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 33 <1
PC(P-16:0/16:1) 716.6 - 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 2.6 <1
PC(P-16:0/18:0) 746.6 > 184.1 PC(P-18:0/18:1) d9 (IS) [reference] PC(P-18:0/18:1) d9 1 2.7 3.56
PC(P-16:0/18:1) 744.6 > 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 1.2 <1
PC(P-16:0/18:2) 742.5 - 184.1 PC(P-16:0/18:1) [referencel] PC(P-18:0/18:1) d9 1 3.4 <1
PC(P-16:0/18:3) 740.6 - 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 3.1 1.53
PC(P-16:0/20:4) 766.5 - 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 2.4 <1
PC(P-16:0/20:5) 764.6 > 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 3.3 <1
PC(P-16:0/22:6) 790.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 3.5 <1
PC(P-17:0/20:4) (a) 780.5 > 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 3.2 <1
PC(P-17:0/20:4) (b) 780.5 - 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 3.8 <1
PC(P-18:0/18:2) 770.6 > 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 1.4 <1
PC(P-18:0/20:4) 794.6 > 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 1.4 <1
PC(P-18:0/22:5) 820.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 1.8 <1
PC(P-18:0/22:6) 818.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 2.9 <1
PC(P-18:1/18:1) 770.6 > 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 2.1 <1
PC(P-18:1/22:6) 816.6 = 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 5.8 1.18
PC(P-20:0/20:4) 822.6 > 184.1 PC(P-18:0/18:1) d9 (IS) [reference] PC(P-18:0/18:1) d9 1 2.6 1.89
PC(P-35:2) (a) 756.6 > 184.1 PC(P-16:0/18:1) [reference] PC(P-18:0/18:1) d9 1 2.9 <1
PC(P-35:2) (b) 756.6 > 184.1 PC(P-16:0/18:1) [referencel] PC(P-18:0/18:1) d9 1 3.0 <1
PC(P-36:3) 768.5 > 184.1 PC(P-16:0/20:4) [reference] PC(P-18:0/18:1) d9 1 2.1 <1
PC(P-38:5) (a) 792.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 3.1 <1
PC(P-38:5) (b) 792.6 > 184.1 PC(P-16:0/22:6) [reference] PC(P-18:0/18:1) d9 1 2.2 <1
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PE(15-MHDA_18:1) 732.6 > 591.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 12.8 17.5
PE(15-MHDA_18:2) 730.5 - 589.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 9.1 <1
PE(15-MHDA_20:4) 754.6 > 613.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 11.1 <1
PE(15-MHDA_22:6) 778.5 > 637.5 PE(16:0_22:6) [reference] PE(15:0_18:1) d7 1 9.4 <1
PE(16:0_16:0) 692.5 - 551.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 17.5 <1
PE(16:0_16:1) 690.5 > 549.5 PE(16:0_16:1) [reference] PE(15:0_18:1) d7 1 8.9 <1
PE(16:0_18:1) 718.5 = 577.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 2.5 <1
PE(16:0_18:2) 716.5 > 575.5 PE(16:0_18:2) [reference] PE(15:0_18:1) d7 1 2.5 <1
PE(16:0_18:3) (a) 71455735 PE(16:0_18:2) [reference] PE(15:0_18:1) d7 1 7.0 1.14
PE(16:0_18:3) (b) 714.5 > 573.5 PE(16:0_18:2) [reference] PE(15:0_18:1) d7 1 6.9 <1
PE(16:0_20:3) 742.5 - 601.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 2.7 <1
PE(16:0_20:4) 740.5 - 599.5 PE(18:0_20:4) [reference] PE(15:0_18:1) d7 1 1.5 <1
PE(16:0_20:5) 738.5 > 597.5 PE(16:0_16:1) [reference] PE(15:0_18:1) d7 1 43 <1
PE(16:0_22:6) 764.5 - 623.5 PE(16:0_22:6) [reference] PE(15:0_18:1) d7 1 5.8 <1
PE(16:1_18:2) 714.5 - 573.5 PE(16:0_18:2) [reference] PE(15:0_18:1) d7 1 10.5 <1
PE(16:1_20:4) 738.5->597.5 PE(16:0_16:1) [reference] PE(15:0_18:1) d7 1 7.3 <1
PE(17:0_18:1) 732.6 > 591.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 11.0 <1
PE(17:0_18:2) 730.5 - 589.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 8.0 1.13
PE(17:0_20:4) 754.6 > 613.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 5.0 <1
PE(17:0_22:6) 778.5 - 637.5 PE(16:0_22:6) [reference] PE(15:0_18:1) d7 1 9.1 2.42
PE(18:0_18:1) 746.6 > 605.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 2.0 <1
PE(18:0_18:2) 744.6 > 603.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 1.5 <1
PE(18:0_20:3) (a) 770.6 > 629.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 2.3 <1
PE(18:0_20:3) (b) 770.6 - 629.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 4.3 <1
PE(18:0_20:4) 768.6 > 627.5 PE(18:0_20:4) [reference] PE(15:0_18:1) d7 1 1.4 <1
PE(18:0_22:4) 796.6 > 655.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 4.5 <1
PE(18:0_22:5) (n3) 794.6 > 653.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 2.5 <1
PE(18:0_22:5) (n6) 794.6 - 653.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 3.8 <1
PE(18:0_22:6) 792.6 = 651.5 PE(18:0_22:6) [reference] PE(15:0_18:1) d7 1 2.9 <1
PE(18:1_18:1) 744.6 > 603.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 5.8 <1
PE(18:1_18:2) 742.5 - 601.5 PE(16:0_18:1) [reference] PE(15:0_18:1) d7 1 3.0 <1
PE(18:1_22:6) (a) 790.5 > 649.5 PE(18:0_22:6) [reference] PE(15:0_18:1) d7 1 42 1.05
PE(18:1_22:6) (b) 790.5 > 649.5 PE(18:0_22:6) [reference] PE(15:0_18:1) d7 1 7.9 1.59
PE(20:0_20:4) 796.6 > 655.6 PE(18:0_18:1) [reference] PE(15:0_18:1) d7 1 7.8 <1
PE(38:5) (a) 766.5 - 625.5 PE(18:0_20:4) [reference] PE(15:0_18:1) d7 1 3.2 <1
PE(38:5) (b) 766.5 > 625.5 PE(18:0_20:4) [reference] PE(15:0_18:1) d7 1 2.7 <1
PE(0-16:0/18:2) 702.5 - 561.5 PE(0-34:1) [reference] PE(15:0_18:1) d7 1 4.6 <1
PE(0-16:0/20:3) 728.6 > 587.5 PE(18:0_22:6) [reference] PE(15:0_18:1) d7 1 6.9 <1
PE(0-16:0/20:4) 726.5 - 585.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 2.5 <1
PE(0-16:0/22:4) 754.6 > 613.6 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 5.1 8.97
PE(0-16:0/22:6) 750.6 - 609.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 2.5 <1
PE(0-18:0/20:4) 754.6 > 613.6 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 2.7 <1
PE(0-18:0/22:5) 780.6 - 639.6 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 5.1 <1
PE(0-18:0/22:6) 778.5 = 637.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 3.1 <1
PE(0-18:1/18:2) 728.6 > 587.5 PE(18:0_22:6) [reference] PE(15:0_18:1) d7 1 4.5 <1
PE(0-18:1/22:6) 776.6 > 635.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 2.9 <1
PE(0-34:1) 704.6 > 563.5 PE(0-34:1) [reference] PE(15:0_18:1) d7 1 3.1 <1
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PE(0-36:5) 724.5 > 583.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 6.5 1.71
PE(0-38:5) (a) 752.6 > 611.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 3.0 <1
PE(0-38:5) (b) 752.6 > 611.5 PE(P-18:0/20:4) [reference] PE(15:0_18:1) d7 1 4.7 1.69
PE(P-15:0/22:6) 734.5 - 385.3 PE(P-16:0/18:2) [reference] PE(P-18:0/18:1) d9 1 12.0 <1
PE(P-16:0/18:1) 702.5 > 339.3 PE(P-16:0/18:2) [reference] PE(P-18:0/18:1) d9 1 2.8 <1
PE(P-16:0/18:2) 700.5 - 337.3 PE(P-16:0/18:2) [reference] PE(P-18:0/18:1) d9 1 2.1 <1
PE(P-16:0/20:3) (a) 726.5 > 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 4.9 <1
PE(P-16:0/20:3) (b) 726.5 - 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 8.0 1.32
PE(P-16:0/20:4) 724.5 > 361.3 PE(P-16:0/18:2) [reference] PE(P-18:0/18:1) d9 1 3.0 <1
PE(P-16:0/20:5) 722.5 > 359.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.2 <1
PE(P-16:0/22:4) 752.6 - 389.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.2 <1
PE(P-16:0/22:5) (n3) 750.5 > 387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.6 <1
PE(P-16:0/22:5) (n6) 750.5 > 387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 6.2 <1
PE(P-16:0/22:6) 748.5 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.5 <1
PE(P-17:0/20:4) (a) 738.6 ~ 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 47 <1
PE(P-17:0/20:4) (b) 738.6 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.2 <1
PE(P-17:0/22:6) (a) 762.6 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.9 <1
PE(P-17:0/22:6) (b) 762.6 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.9 <1
PE(P-18:0/18:1) 730.6 - 339.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.9 <1
PE(P-18:0/18:2) 728.6 - 337.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.1 <1
PE(P-18:0/18:3) 726.5 - 335.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 12.7 <1
PE(P-18:0/20:3) (a) 754.5 > 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 3.6 <1
PE(P-18:0/20:3) (b) 754.5 > 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 6.8 <1
PE(P-18:0/20:4) 752.6 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 14 <1
PE(P-18:0/20:5) 750.5 > 359.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.8 <1
PE(P-18:0/22:4) 780.6 - 389.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 49 <1
PE(P-18:0/22:5) (n3) 778.5>387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 3.2 <1
PE(P-18:0/22:5) (n6) 778.5>387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 6.7 1.39
PE(P-18:0/22:6) 776.6 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.0 <1
PE(P-18:1/18:1) (a) 728.6 - 339.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 3.0 <1
PE(P-18:1/18:1) (b) 728.6 > 339.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 6.2 <1
PE(P-18:1/18:2) (a) 726.5 > 337.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 3.0 <1
PE(P-18:1/18:2) (b) 726.5 > 337.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 55 <1
PE(P-18:1/20:3) (a) 752.5 - 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 6.1 <1
PE(P-18:1/20:3) (b) 752.5 > 363.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 9.5 <1
PE(P-18:1/20:4) (a) 750.5 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 2.4 <1
PE(P-18:1/20:4) (b) 750.5 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.0 <1
PE(P-18:1/20:5) (a) 748.5 - 359.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 4.1 <1
PE(P-18:1/20:5) (b) 748.5 > 359.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 7.7 <1
PE(P-18:1/22:4) 778.5 > 389.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 9.4 <1
PE(P-18:1/22:5) (a) 776.6 - 387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.4 2.73
PE(P-18:1/22:5) (b) 776.6 > 387.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 8.9 <1
PE(P-18:1/22:6) (a) 774.5 > 3853 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 1.9 <1
PE(P-18:1/22:6) (b) 774.5 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 4.1 <1
PE(P-19:0/20:4) (a) 766.6 - 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 12.3 1.51
PE(P-19:0/20:4) (b) 766.6 - 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 9.2 <1
PE(P-20:0/18:1) 758.6 > 339.3 PE(P-18:0/18:1) d9 (IS) [reference] PE(P-18:0/18:1) d9 1 6.7 3.32

40




HEYBIR BN BtEI S EY RiREEY IAFEF | %CV' % =8
PE(P-20:0/18:2) 756.6 > 337.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 47 <1
PE(P-20:0/20:4) 780.6 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 33 <1
PE(P-20:0/22:6) 804.6 > 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 4.0 <1
PE(P-20:1/20:4) 778.5 > 361.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 3.8 <1
PE(P-20:1/22:6) 802.6 - 385.3 PE(P-18:0/20:4) [reference] PE(P-18:0/18:1) d9 1 5.5 <1
PG(34:1) 766.6 > 577.5 PG(15:0_18:1) d7 (IS) [reference] PG(15:0_18:1) d7 1 122 <1
PG(36:1) 794.6 - 605.6 PG(15:0_18:1) d7 (IS) [reference] PG(15:0_18:1) d7 1 10.9 <1
PG(36:2) 792.6 > 603.5 PG(15:0_18:1) d7 (IS) [reference] PG(15:0_18:1) d7 1 12.2 <1
P1(38:5) (b) 902.6 - 625.6 PI(38:6) [reference] PI(15:0_18:1) d7 1 4.0 <1
PI(15-MHDA_18:1)/PI(17:0_18:1) 868.6 > 591.6 PI(34:1) [reference] PI(15:0_18:1) d7 1 7.3 <1
PI(15-MHDA_18:2)/PI(17:0_18:2) 866.6 > 589.6 | PI(15-MHDA_18:2)/PI(17:0_18:2) [reference] PI(15:0_18:1) d7 1 8.0 <1
PI(37:4) 890.6 > 613.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 6.4 <1
PI(16:0/16:0) 828.6 > 551.6 PI(34:1) [reference] PI(15:0_18:1) d7 1 5.7 <1
PI1(16:0_16:1) 826.5 > 549.5 PI(16:0_16:1) [reference] PI(15:0_18:1) d7 1 3.8 <1
PI(16:0_20:3) (a) 878.6 -~ 601.6 P1(16:0_20:4) [reference] PI(15:0_18:1) d7 1 47 <1
P1(16:0_20:3) (b) 878.6 > 601.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 5.3 <1
PI(16:0_20:4) 876.6 > 599.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 2.2 <1
PI(18:0_18:1) 882.6 > 605.6 PI(18:0_18:1) [reference] PI(15:0_18:1) d7 1 2.5 <1
P1(18:0_20:2) 908.6 > 631.6 PI(18:0_20:4) [reference] PI(15:0_18:1) d7 1 57 <1
P1(18:0_20:3) (a) 906.6 - 629.6 PI(18:0_20:4) [reference] PI(15:0_18:1) d7 1 9.5 <1
P1(18:0_20:3) (b) 906.6 > 629.6 PI(18:0_20:4) [reference] PI(15:0_18:1) d7 1 3.2 <1
P1(18:0_20:4) 904.6 - 627.6 PI(18:0_20:4) [reference] PI(15:0_18:1) d7 1 37 <1
P1(18:0_22:4) 932.6 > 655.6 PI(18:0_22:6) [reference] PI(15:0_18:1) d7 1 6.2 <1
P1(18:0_22:5) (n3) 930.6 - 653.6 PI(18:0_22:6) [reference] PI(15:0_18:1) d7 1 13.4 <1
P1(18:0_22:5) (n6) 930.6 > 653.6 PI(18:0_22:6) [reference] PI(15:0_18:1) d7 1 9.0 <1
P1(18:0_22:6) 928.6 > 651.6 PI(18:0_22:6) [reference] PI(15:0_18:1) d7 1 33 <1
PI1(18:1.18:2) 878.6 > 601.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 38 <1
P1(20:0_20:4) 932.6 = 655.6 PI(18:0_22:6) [reference] PI1(15:0_18:1) d7 1 9.2 <1
P1(34:0) 856.6 > 579.6 PI(18:0_18:1) [reference] PI(15:0_18:1) d7 1 7.8 <1
PI(34:1) 854.6 > 577.6 PI(34:1) [reference] PI(15:0_18:1) d7 1 2.3 <1
PI(36:2) 880.6 > 603.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 10.9 <1
PI(37:6) 886.6 - 609.6 PI(16:0_20:4) [reference] PI(15:0_18:1) d7 1 1.7 <1
PI(38:5) (a) 902.6 > 625.6 PI(38:6) [reference] PI(15:0_18:1) d7 1 3.7 <1
PI(38:6) 900.6 > 623.6 PI(38:6) [reference] PI(15:0_18:1) d7 1 3.6 <1
PIP1(38:4) 984.7 - 627.7 PI(18:0_22:6) [reference] PI(15:0_18:1) d7 1 7.0 1.52
PS(36:1) 790.6 - 605.6 PS(15:0_18:1) d7 (IS) [reference] PS(15:0_18:1) d7 1 47 <1
PS(36:2) 788.5 = 603.5 PS(15:0_18:1) d7 (IS) [reference] PS(15:0_18:1) d7 1 49 6.95
PS(38:4) 812.5 » 627.5 PS(15:0_18:1) d7 (IS) [reference] PS(15:0_18:1) d7 1 11.9 <1
PS(40:5) 838.6 > 653.6 PS(15:0_18:1) d7 (IS) [reference] PS(15:0_18:1) d7 1 6.8 16.53
S1P(d16:1) 352.2 > 236.3 S1P(d18:1) d7 (IS) [reference] S1P(18:1) d7 1 6.9 4.6
S1P(d18:0) 382.2 >2843 S1P(d18:1) d7 (IS) [reference] S1P(18:1) d7 1 14.7 <1
S1P(d18:1) 380.2 > 264.3 S1P(d18:1) d7 (IS) [reference] S1P(18:1) d7 1 56 <1
S1P(d18:2) 378.2 > 2623 S1P(d18:1) d7 (IS) [reference] S1P(18:1) d7 1 5.1 <1
SHexCer(d18:1/16:0(0H)) 796.8 > 264.3 SHexCer(d18:1/16:0) [reference] SHexCer(d18:1/12:0) 1 6.2 <1
SHexCer(d18:1/16:0) 780.8 > 264.3 SHexCer(d18:1/16:0) [reference] SHexCer(d18:1/12:0) 1 8.1 <1
SHexCer(d18:1/24:0(0H)) 908.8 > 264.3 SHexCer(d18:1/24:1(0H)) [reference] SHexCer(d18:1/12:0) 1 10.9 <1
SHexCer(d18:1/24:1(0H)) 906.8 - 264.3 SHexCer(d18:1/24:1(0H)) [reference] SHexCer(d18:1/12:0) 1 12.8 <1
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SHexCer(d18:1/24:1) 890.8 - 264.3 SHexCer(d18:1/24:1(0H)) [reference] SHexCer(d18:1/12:0) 1 16.3 <1
SM(34:3) 699.5 - 184.1 SM(d18:2/14:0) [reference] SM(d18:1/15:0) d9 1 4.4 <1
SM(35:2) (b) 715.6 > 184.1 SM(d17:1/16:0) [reference] SM(d18:1/15:0) d9 1 5.0 <1
SM(37:1) 745.6 - 184.1 SM(d18:1/18:0)/SM(d16:1/20:0) [reference] SM(d18:1/15:0) d9 1 1.8 <1
SM(37:2) 743.5 > 184.1 SM(d18:2/18:0) [reference] SM(d18:1/15:0) d9 1 1.6 <1
SM(38:3) (a) 755.6 > 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 3.0 <1
SM(38:3) (b) 755.6 > 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 2.8 66.33
SM(40:3) (a) 783.6 > 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 2.2 <1
SM(40:3) (b) 783.6 > 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 2.0 <1
SM(40:4) 781.5 > 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 4.5 <1
SM(41:0) 803.7 = 184.1 SM(d18:1/24:0) [reference] SM(d18:1/15:0) d9 1 33 <1
SM(41:1) (a) 801.7 > 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 5.3 <1
SM(43:1) 829.7 > 184.1 SM(43:1) [reference] SM(d18:1/15:0) d9 1 2.5 <1
SM(43:2) (b) 827.7 > 184.1 SM(d19:1/24:1) [reference] SM(d18:1/15:0) d9 1 2.5 <1
SM(43:2) (c) 827.7 - 184.1 SM(d19:1/24:1) [reference] SM(d18:1/15:0) d9 1 2.3 <1
SM(44:1) 843.6 > 184.1 SM(44:2) [reference] SM(d18:1/15:0) d9 1 4.5 <1
SM(44:2) 841.6 > 184.1 SM(44:2) [reference] SM(d18:1/15:0) d9 1 2.8 <1
SM(44:3) 839.6 > 184.1 SM(44:2) [reference] SM(d18:1/15:0) d9 1 4.2 <1
SM(d16:1/19:0) 717.6 > 184.1 SM(d18:2/18:0) [reference] SM(d18:1/15:0) d9 1 4.0 <1
SM(d16:1/23:0)/SM(d17:1/22:0) 773.7 > 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 2.9 <1
SM(d16:1/24:1) 785.7 > 184.1 | SM(d18:1/22:0)/SM(d16:1/24:0) [reference] SM(d18:1/15:0) d9 1 2.0 <1
SM(d17:1/14:0) 661.5 > 184.1 SM(d18:1/15:0) d9 (IS) [reference] SM(d18:1/15:0) d9 1 2.8 <1
SM(d17:1/16:0) 689.6 = 184.1 SM(d17:1/16:0) [reference] SM(d18:1/15:0) d9 1 1.4 <1
SM(d17:1/24:1) 799.7 > 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 2.9 <1
SM(d18:0/14:0) 677.6 > 184.1 SM(d18:1/15:0) d9 (IS) [reference] SM(d18:1/15:0) d9 1 4.4 <1
SM(d18:0/16:0) 705.6 > 184.1 SM(d18:1/16:0) [reference] SM(d18:1/15:0) d9 1 42 <1
SM(d18:0/22:0) 789.7 - 184.1 | SM(d18:1/22:0)/SM(d16:1/24:0) [reference] SM(d18:1/15:0) d9 1 6.6 <1
SM(d18:1/14:0)/SM(d16:1/16:0) 675.5 > 184.1 SM(d18:1/15:0) d9 (IS) [reference] SM(d18:1/15:0) d9 1 3.6 <1
SM(d18:1/16:0) 703.6 = 184.1 SM(d18:1/16:0) [reference] SM(d18:1/15:0) d9 1 2.8 <1
SM(d18:1/17:0)/SM(d17:1/18:0) 717.6 > 184.1 SM(d18:2/18:0) [reference] SM(d18:1/15:0) d9 1 3.0 <1
SM(d18:1/18:0)/SM(d16:1/20:0) 731.6 > 184.1 | SM(d18:1/18:0)/SM(d16:1/20:0) [reference] SM(d18:1/15:0) d9 1 2.1 <1
SM(d18:1/20:0)/SM(d16:1/22:0) 759.6 > 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 1.7 <1
SM(d18:1/22:0)/SM(d16:1/24:0) 787.7 - 184.1 | SM(d18:1/22:0)/SM(d16:1/24:0) [reference] SM(d18:1/15:0) d9 1 1.6 <1
SM(d18:1/23:0)/SM(d17:1/24:0) 801.7 > 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 1.3 <1
SM(d18:1/24:0) 815.7 > 184.1 SM(d18:1/24:0) [reference] SM(d18:1/15:0) d9 1 4.0 <1
SM(d18:1/24:1) 813.7 > 184.1 SM(d18:1/24:1) [reference] SM(d18:1/15:0) d9 1 1.7 <1
SM(d18:2/14:0) 673.5 > 184.1 SM(d18:2/14:0) [reference] SM(d18:1/15:0) d9 1 5.6 <1
SM(d18:2/16:0) 701.6 > 184.1 SM(d18:2/16:0) [reference] SM(d18:1/15:0) d9 1 2.8 <1
SM(d18:2/17:0) 715.6 > 184.1 SM(d17:1/16:0) [reference] SM(d18:1/15:0) d9 1 2.9 <1
SM(d18:2/18:0) 729.6 > 184.1 SM(d18:2/18:0) [reference] SM(d18:1/15:0) d9 1 1.9 <1
SM(d18:2/18:1) 727.6 > 184.1 SM(d18:2/16:0) [reference] SM(d18:1/15:0) d9 1 22 <1
SM(d18:2/20:0) 757.6 = 184.1 SM(d18:2/20:0) [reference] SM(d18:1/15:0) d9 1 2.0 <1
SM(d18:2/22:0) 785.7 > 184.1 | SM(d18:1/22:0)/SM(d16:1/24:0) [reference] SM(d18:1/15:0) d9 1 1.7 <1
SM(d18:2/23:0) 799.7 - 184.1 | SM(d16:1/23:0)/SM(d17:1/22:0) [reference] SM(d18:1/15:0) d9 1 2.7 <1
SM(d18:2/24:0) 813.7 = 184.1 SM(d18:1/24:1) [reference] SM(d18:1/15:0) d9 1 4.1 <1
SM(d19:1/24:1) 827.7 > 184.1 SM(d19:1/24:1) [reference] SM(d18:1/15:0) d9 1 4.2 <1
Sph(d18:1) 300.3 > 2823 Sph(d17:1) [reference] Sph(d17:1) 1 6.8 58.42
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Sph(d18:2) 298.3 > 280.3 Sph(d17:1) [reference] Sph(d17:1) 1 25.7 76.52
TG(48:0) [NL-16:0] 824.8 - 551.5 TG(48:0) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 4.0 1.25
TG(48:0) [NL-18:0] 824.8 > 523.5 TG(48:0) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 3.9 2.08
TG(48:0) [SIM] 824.8 > 824.8 TG(48:0) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 2.5 2.86
TG(48:1) [NL-16:1] 822.8 > 551.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.9 2.66
TG(48:1) [NL-18:1] 822.8 > 523.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(48:1) [SIM] 822.8 >822.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 25 1.49
TG(48:2) [NL-14:0] 820.8 > 575.5 TG(48:1) [NL-18:1] d7 (1S) [reference] TG(15:0_.18:1-d7_15:0) 1 3.0 <1
TG(48:2) [NL-14:1] 820.8 > 577.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 37 1.14
TG(48:2) [NL-16:1] 820.8 > 549.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.7 4.14
TG(48:2) [NL-18:2] 820.8 > 523.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.7 <1
TG(48:2) [SIM] 820.8 > 820.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(48:3) [NL-14:0] 818.8 > 573.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 37 <1
TG(48:3) [NL-16:1] 818.8 > 547.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 33 5.58
TG(48:3) [NL-18:3] 818.8 > 5235 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.6 <1
TG(48:3) [SIM] 818.8 > 818.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.8 4.47
TG(49:1) [NL-16:1] 836.8 - 565.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 49 14.31
TG(49:1) [NL-17:1] 836.8 > 551.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.8 <1
TG(49:1) [SIM] 836.8 > 836.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.3 13.44
TG(50:0) [NL-18:0] 852.8 = 551.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.8 <1
TG(50:0) [SIM] 852.8 > 852.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.3 1.84
TG(50:1) [NL-14:0] 850.8 - 605.5 TG(50:1) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 5.4 <1
TG(50:1) [NL-16:0] 850.8 > 577.5 TG(50:1) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 3.2 <1
TG(50:1) [NL-18:1] 850.8 > 551.5 TG(50:1) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 3.5 <1
TG(50:1) [SIM] 850.8 - 850.8 TG(50:1) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 35 <1
TG(50:2) [NL-14:0] 848.8 - 603.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(50:2) [NL-16:1] 848.8 > 577.5 TG(48:1) [NL-18:1] d7 (1S) [reference] TG(15:0_18:1-d7_15:0) 1 36 <1
TG(50:2) [NL-18:1] 848.8 > 549.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(50:2) [NL-18:2] 848.8 > 551.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(50:2) [SIM] 848.8 > 848.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.6 <1
TG(50:3) [NL-14:0] 846.8 > 601.5 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 2.9 <1
TG(50:3) [NL-14:1] 846.8 - 603.5 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(50:3) [NL-16:1] 846.8 > 575.5 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 <1
TG(50:3) [NL-18:2] 846.8 > 549.5 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 <1
TG(50:3) [NL-18:3] 846.8 > 551.5 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 3.1 <1
TG(50:3) [SIM] 846.8 > 846.8 TG(50:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 2.5 <1
TG(50:4) [NL-14:0] 844.8 - 599.5 TG(50:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(50:4) [NL-18:3] 844.8 > 549.5 TG(50:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.2 <1
TG(50:4) [NL-20:4] 844.8 - 523.5 TG(50:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 4.2 <1
TG(50:4) [SIM] 844.8 > 844.8 TG(50:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.4 <1
TG(51:0) [NL-16:0] 866.7 > 593.4 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 32 <1
TG(51:0) [SIM] 866.7 -> 866.7 TG(48:1) [NL-18:1] d7 (1S) [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(51:1) [NL-17:0] 864.8 > 577.5 TG(51:1) [NL-17:0] [reference] TG(15:0_18:1-d7_15:0) 1 5.6 <1
TG(51:1) [SIM] 864.8 > 864.8 TG(51:2) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.8 <1
TG(51:2) [NL-15:0] 862.8 - 603.5 TG(51:2) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 5.6 <1
TG(51:2) [NL-17:0] 862.8 > 575.5 TG(51:2) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.9 <1
TG(51:2) [NL-17:1] 862.8 > 577.5 TG(51:2) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 33 <1

43
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TG(51:2) [SIM] 862.8 > 862.8 TG(51:2) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 3.13
TG(52:1) [NL-18:0] 878.8 > 577.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.2 <1
TG(52:1) [NL-18:1] 878.8 - 579.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(52:1) [SIM] 878.8 > 878.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 35 <1
TG(52:2) [NL-16:0] 876.8 > 603.5 TG(52:2) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 4.8 <1
TG(52:2) [NL-18:2] 876.8 - 579.5 TG(52:2) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 2.8 <1
TG(52:2) [SIM] 876.8 > 876.8 TG(52:2) [NL-16:0] [reference] TG(15:0_18:1-d7_15:0) 1 8.1 <1
TG(52:3) [NL-16:1] 874.8 > 603.5 TG(52:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 6.1 <1
TG(52:3) [NL-18:2] 874.8 » 577.5 TG(52:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 3.3 <1
TG(52:3) [SIM] 874.8 - 874.8 TG(52:3) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 8.1 <1
TG(52:4) [NL-16:1] 872.8 > 601.5 TG(52:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 32 <1
TG(52:4) [NL-18:2] 872.8 > 575.5 TG(52:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.3 <1
TG(52:4) [NL-18:3] 872.8 = 577.5 TG(52:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(52:4) [SIM] 872.8 > 872.8 TG(52:4) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(52:5) [NL-18:3] 870.8 - 575.5 TG(52:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.9 <1
TG(52:5) [NL-20:4] 870.8 > 549.5 TG(52:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(52:5) [NL-20:5] 870.8 - 551.5 TG(52:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(52:5) [SIM] 870.8 - 870.8 TG(52:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.7 <1
TG(53:2) [NL-17:1] 890.8 > 605.5 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 55 <1
TG(53:2) [NL-18:1] 890.8 = 591.5 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.3 <1
TG(53:2) [SIM] 890.8 - 890.8 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.3 <1
TG(54:0) [NL-18:0] 908.8 > 607.5 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 8.23
TG(54:0) [SIM] 908.8 -> 908.8 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.0 498
TG(54:1) [NL-18:1] 906.8 > 607.5 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 <1
TG(54:1) [SIM] 906.8 > 906.8 TG(53:2) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(54:2) [NL-18:0] 904.8 - 603.5 TG(54:2) [NL-20:1] [reference] TG(15:0_18:1-d7_15:0) 1 4.1 <1
TG(54:2) [NL-20:1] 904.8 > 577.5 TG(54:2) [NL-20:1] [reference] TG(15:0_18:1-d7_15:0) 1 4.4 <1
TG(54:2) [SIM] 904.8 > 904.8 TG(54:2) [NL-20:1] [reference] TG(15:0_18:1-d7_15:0) 1 3.7 <1
TG(54:3) [NL-18:1] 902.8 > 603.5 TG(54:3) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.8 <1
TG(54:3) [NL-18:2] 902.8 > 605.5 TG(54:3) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 5.4 <1
TG(54:3) [SIM] 902.8 > 902.8 TG(54:3) [NL-18:1] [reference] TG(15:0_18:1-d7_15:0) 1 2.7 <1
TG(54:4) [NL-18:2] 900.8 - 603.5 TG(54:4) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 43 <1
TG(54:4) [NL-20:3] 900.8 - 577.5 TG(54:4) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 3.9 <1
TG(54:4) [SIM] 900.8 > 900.8 TG(54:4) [NL-18:2] [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(54:5) [NL-18:3] 898.8 > 603.5 TG(54:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.6 <1
TG(54:5) [NL-20:4] 898.8 > 577.5 TG(54:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(54:5) [SIM] 898.8 > 898.8 TG(54:5) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 <1
TG(54:6) [NL-18:3] 896.8 > 601.5 TG(54:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(54:6) [NL-20:4] 896.8 > 575.5 TG(54:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(54:6) [NL-20:5] 896.8 - 577.5 TG(54:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.8 <1
TG(54:6) [NL-22:6] 896.8 > 551.5 TG(54:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.1 <1
TG(54:6) [SIM] 896.8 > 896.8 TG(54:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.2 <1
TG(54:7) [NL-20:5] 894.8 > 575.5 TG(54:7) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 3.7 <1
TG(54:7) [NL-22:6] 894.8 > 549.5 TG(54:7) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 35 <1
TG(54:7) [SIM] 894.8 > 894.8 TG(54:7) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 2.1 <1
TG(56:6) [NL-20:4] 924.8 > 603.5 TG(56:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 6.3 <1
TG(56:6) [NL-22:5] 924.8 > 577.5 TG(56:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.2 <1
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TG(56:6) [SIM] 924.8 - 924.8 TG(56:6) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.5 <1
TG(56:7) [NL-20:4] 922.8 > 601.5 TG(56:7) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(56:7) [NL-20:5] 922.8 > 603.5 TG(56:7) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.9 <1
TG(56:7) [NL-22:5] 922.8 » 575.5 TG(56:7) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 <1
TG(56:7) [NL-22:6] 922.8 » 577.5 TG(56:7) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 3.1 <1
TG(56:7) [SIM] 922.8 - 922.8 TG(56:7) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 2.2 <1
TG(56:8) [NL-20:4] 920.8 > 599.5 TG(56:8) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 3.2 <1
TG(56:8) [NL-20:5] 920.8 > 601.5 TG(56:8) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 37 <1
TG(56:8) [NL-22:6] 920.8 > 575.5 TG(56:8) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 2.4 <1
TG(56:8) [SIM] 920.8 - 920.8 TG(56:8) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 2.3 <1
TG(56:9) [NL-22:6] 918.8 > 573.5 TG(56:9) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 3.1 <1
TG(56:9) [SIM] 918.8 >918.8 TG(56:9) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 2.6 57.34
TG(58:10) [NL-22:6] 944.9 - 599.5 TG(58:10) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 3.7 <1
TG(58:10) [SIM] 944.9 > 944.9 TG(58:10) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 2.2 <1
TG(58:8) [NL-22:6] 948.8 > 603.5 TG(58:8) [NL-22:6] [reference] TG(15:0_18:1-d7_15:0) 1 3.8 <1
TG(58:9) [NL-22:6] 946.9 > 601.5 TG(58:9) [SIM] [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(0-50:1) [NL-15:0] 836.8 > 577.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 6.0 <1
TG(0-50:1) [NL-16:0] 836.8 > 563.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.1 <1
TG(0-50:1) [NL-17:1] 836.8 > 551.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 7.8 <1
TG(0-50:1) [NL-18:1] 836.8 - 537.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.9 <1
TG(0-50:1) [SIM] 836.8 > 836.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.6 <1
TG(0-50:2) [NL-16:1] 834.8 > 563.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 5.5 12.07
TG(0-50:2) [NL-18:1] 834.8 > 535.5 TG(48:1) [NL-18:1] d7 (1S) [reference] TG(15:0_18:1-d7_15:0) 1 4.6 <1
TG(0-50:2) [NL-18:2] 834.8 > 537.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 7.0 <1
TG(0-50:2) [SIM] 834.8 > 834.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.1 35.14
TG(0-52:0) [NL-16:0] 866.8 > 593.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 8.3 2.04
TG(0-52:1) [NL-16:0] 864.8 > 591.5 TG(48:1) [NL-18:1] d7 (1S) [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(0-52:1) [NL-18:1] 864.8 - 565.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.7 <1
TG(0-52:1) [SIM] 864.8 > 864.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 2.5 <1
TG(0-52:2) [NL-16:0] 862.8 - 589.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 45 <1
TG(0-52:2) [NL-17:1] 862.8 = 577.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 5.6 <1
TG(0-52:2) [NL-18:1] 862.8 - 563.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 47 <1
TG(0-52:2) [SIM] 862.8 > 862.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(0-54:2) [NL-17:1] 890.8 > 605.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.7 <1
TG(0-54:2) [NL-18:1] 890.8 > 591.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 3.0 <1
TG(0-54:2) [SIM] 890.8 - 890.8 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 33 <1
TG(0-54:3) [NL-17:1] 888.8 > 603.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 7.4 <1
TG(0-54:3) [NL-18:1] 888.8 > 589.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 4.0 <1
TG(0-54:4) [NL-17:1] 886.8 > 601.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 1.7 <1
TG(0-54:4) [NL-18:2] 886.8 - 589.5 TG(48:1) [NL-18:1] d7 (IS) [reference] TG(15:0_18:1-d7_15:0) 1 5.6 <1
Ubiquinone 880.7 = 197.0 Ubiquinone [reference] TG(15:0_18:1-d7_15:0) 1 2.3 <1
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