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BEX, MWUB—MEETHOT. RARFNAE
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AR FRBINBEER, RI 12 MERMELEY, =
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FEESERNAREN 7 DERBTON, SHOHEREEGS UL, i’a’j,tm, wERERSH (QC) #&M. QC
HRERERDTENELSHEE 6 51, ZEEDT 6 MERIEA 25 QC, BT QC H2RMNKIBERE,
1.2 1328

UREBERDSIE_HRERSES Q- TOF XA, Ebh 2 —HRBAFZOSERNNEIER . WIREIEHE.
—NEEW. — 1M SETBREE, HIZEHN LCMS-9030 PURATF ¥{TaTE RN, EAERERN:

REEHIZE . SCL-40 i S #l : DGU-405
B & Z® : LC-40BXRx2; LC-40BX3x2 B iEss ¢ SIL-40C X3
E 2 o 500uL ¥ OB f : CT0-40C
+ & W : FCQV-36AH R O L : LCMS-9030

B T/EUL : LabSolutions Ver. 5.97
1.3 D&M
BRI EIE &G
B & . FE—4%: Shim-pack GISTNH2, 100 mmx2.1mm I.D., 3 pm
%% Phenomenex Kinetex C8, 150 mmx2.1 mm I.D., 2.6 ym
w8 B4 AME-25mM CERER +25mM &K /K, B - 2B
F4: AB-K, BHE-5mM OBRE | 285 BREE (v/v,6:4) +

AR R 2uL iy E : 0.4mL/min

53 =l 45°C B X BERE (F1)

FRIE S

B F R ESI B OMEEE : 300°C

B O®B K +4.5kV/ -3.5kV DL i@ E : 250°C

£ £ 5 5 3.0 L/min MAREE © 400°C

F & = &5 10.0 L/min i #E X : MS1SCAN (m/z50-1000)
m #® =5 25 10.0 L/min MS2 DDA (m/z 50-1000)

&1 BEBENBEER

78 (min) BT (RS (=l
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0.00 R B.Conc3 20
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17.90 Ed B.Conc 40
19.90 R B.Conc 40
20.00 R B.Conc 95
20.00 £ B.Conc3 20
20.30 EDTE ] Oven Valve 2 0

37.00 xR B.Conc3 100
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—wEAS e
1 2E_HRRARKE (LE: MRS, TE: 1KE)
1.4 FiRALIE
3 Signpost MS {439 i B RN IRINE FIREX. IEXFER, BEIES A MetaboAnalyst 1 SIMCA 3K
FERITHI DM, WHESEAEY, KIEEH m/z &R MS° ﬁé‘?‘ MS DIAL & HMDB & &1 R L5
fhE, SRIE1E MetaboAnalyst SF&#TABHERR D .

B ER51H8
2.1 BIEE SR EIE

ANRBINME QC HREVEIE (BPC) BIEEWME 2 Fin, 5Z@—HHABHER, £ T4 MS Dial 1%
Hoie HFEKEND FRFDMEREMRERNHEFTEERA (NE3FR) , BIEXLTLIEZHAEFENS
BE&ME. ZBRYNES.
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(x100,000)
1:BPC(-) JNiiA-QC_neg_01.Icd
5.0-1:BPC(+) #hiti-QC_pos_01.lcd ‘\

\/W

2.5 q

5.0 10.0 15.0 20.0 25.0 30.0 35.0 40.0 min

B2 QCHmMBPCH (46&: E&REX, Be: AER)

AEMAKERT, B2E ZEXENZLIES A Signpost MS 8, IREIEXRHXNFREIER, HSE
6840 MFELE, RFEEXYREAEHTIIE, FA “80% MU " (HERET—AP HIVRFE/NT 80% KB F)
TR ELE, BSIFRTE QCHmPIEEIR RSD > 30% NEFHEE, &, BRRFLEESA SMCARERTT
—EH o (NE 4R .

LW @S5 —HITENUEMEELLER SFIASIRE A Signpost MSHHTHREFIEITF
) ;gg 340
gi;’j £33 "80%FA" fipise
g % SIRTEQCHRPIEEFIRSD > 30%M9H ik
—HE L= g
5 =IATFREY W KR BASIRES A SIMCAHRTFSt-mif
3 EETHS—HREEMHELR 4 KIETRANETRS
2.2 ERMEREMER

BIERA. REASREAHESA SIMCA RE#TRE/N_FRAM ST (PLS-DA) , £EREXR, HE
f (QC) MEREMRY, RPLERERE, ERASKREATUREHKS, RPAAIIREZESEEA
RIRBINBECBTMEREEESR (B S5) .
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R2X[1] = 0.228 R2X[2] = 0.178 Ellipse: Hotelling’s T2 (95%)

5 RmANZHRFAKSH (PLS-DA) B=SE
(Bla: IEHER; Bb: ELR; 1:EFH,; 2: E8H; 3: FREAE)



@ 3
SHIMADZU
Excellence in Science /

LCMS-QTOF-052

AR R BGIERI S TS Bk PLS-DA 8 R#ITINE, £REE: ERR TEHER=0.816, Q’=-0.366, FiER
T&EE R=0.369, Q’=-0.264, RIS, REIME (B6) .
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6 PLS-DA 200 XXZXXKIELER (Ea: EER; Eb: fAR)

BT L ERFEEM (variable importance of projection, VIP) f#i%ZE S MR B, EELVIP > 1 FUSIELE
INAMARESTRRA, 2EENESHEREY ., —H#e TR TEEESEREYE 220 1, ERXT
EEESERHEHHE 231D (B 7) .

a b
4 4
3 3
=2 N2
z =
=1 =1
0 0
R -1
5 EES—— 2z —

50 100 150 200 250 300 350 400 450 500

50 100 150 200 250 300 350 400 450 500
Num

Num

E7 PLS-DA&MREVIPEWHE (Ba: ERK; Bb: AKRK)

23 ERMAHMERE

BB VIP > 1 NRIZZERMECEHT LR, ¥ p<0.05 OWERIEESA MS-DIAL R4, &I m/z
FIMS EEIREETEE (B8) . ¥AEERS HMDB FALY, HETH 12 MERHREY,; FIBEWR
FREMNEIRE <4ppm; 11 MYRIREKELR, 41T NRETAE (R2) .
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3@ (3 | veruAL apna version s x
LS Processing | Datavisualization  Search  View  Option  Export  Help L]

) @, Corelation-based deconvolution (LC-MS o
O A

All processing (from |Identification Alignment
peak detection

Data
File navigator Peak spot navigator Eic of focused spot Basic peak property | Compund detail
5 N i Lauryl di i
ShE-QC_pos_2022923, 3 v EIC chromatogram of 288.2523 tolerance [Da]: 0.01 Max intensity: 2136
_POs._ Label: | None g [Da] fty; Adduct type: [M+H]+
Peak spots: 0% Num. 3053 | RT [min]: 29.188
S so0q m/z: 288.25230
3 400 Peak height: 2136
Display filter £ 300 Peak area 19375
[ Ref.matched  [] Suggested T 200] FormulajOntology: ~ C16H33NO3 | N-acyl amines
3 . - -
Ccs matched [ Unknown 3 ool InChiKey: AOMUHOFOVNGZAN-UHFFFAOYSA-N
1 Molecular 1 ms2 acquired N - Commen t: NA
olecular ion ac 00— T o T y
' 2 acauire 0 10 20 B )
(] Blank filter [] Unique ions
o Minlast M CloanR il Retention time [min]
Survey scan (MS1) spectrum Peak spot viewer ||| show ion tabl{ Exp. vsRep. | Ms2 Chrom. ] Raw vs. Purified
File: 243 {%-QC_pos_2022923_1742_005 Spot ID: 1275 Scan: 17042 Mass m/z: 288.25230 - B =
£ g LAROH
N Measure vs. Reference Measurement
288.25200
100007 227.19900
- s s0oo] 106.08640
3 ~ H
Y Stglf g | |
Alignment navigator a° 3
g -
3 2 57.o7naL |
K| g 227.20000
= £ so00q
[ 288.25299
o 100.004
T — 106.08600
S
g 2 100 200 300
104) m/z Reference
Region focus by ID: 1275] [>] RT(min): 29.19) [>] m/z | 288252 Information box: Ctr+D, metabolite name to ‘Unknown’

8 FIF MS-DIAL £EZESMHRBM
k2 ERMABMERERE
BR  RT (min) SCIM m/z 1B m/z RZE (ppm) £/ FE*
1 C17-sphinganine + 5.08 288.2892 288.2900 2.77
Pantothenic acid + 16.41 220.1084 220.1080 1.82
Lauryldiethanolamine + 34.46 274.2740 274.2740 0.00
D-ribo-Phytosphingosine 4 5.86 318.3026 318.3030 1.26
Boldenone + 32.52 453.3293 453.3310 3.75
NAE 20:2 + 31.53 352.3204 352.3210 1.70
NAE 20:1 + 32.24 354.3358 354.3367 2.54
Octadecanoic acid = 38.72 283.2632 283.2640 2.82
Pseudouridine = 8.54 243.0618 243.0620 0.82
C10-LAS = 27.39 297.1518 297.1520 0.67
11 Lignoceric acid = 35.60 367.3593 367.3590 0.82
12 2-acetoxy-6-pentadecylbenzoic acid = 37.69 389.2691 389.2680 2.83
* NER, VB
2.4 BEESH
Bk 2 PEEH 12 MRS A MetaboAnalyst FEFTBE O, KMBIIREERERBRINBAEEES
I E B SRS RS . JZERTNIHES A NEME R . NEMEMRNEMERE (B9) .
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Sphingolipid; metabolism
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.F‘antolhenate and CoA biosynthesis

OBiosynthesis of unsaturated fatty acids
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Pathway Impact

9 BEIFIEREBRERBINBAEZ RN EAGHE RS

H &g
AXF B ERBERGS NRAT - ST ERIEKA, WarsIREREMER ARBRINSAFERHTT
PN HEAFRR, SR _ERBRET X TRAED2TRMETE, ML QTOF NSoMEMRES, E
AR HISE 6840 MFHEE . PLS-DA 9ir3kiE, EBASEBEAKRKBINGVARSBEREXS, FABVIPE
>1 FEE R 451 ESMAEY, BEER m/z kR MS* ERRETEE 12 MESHEREEY, XEEZRHERGE
s IMEHAE RS . ZERRANEES A NEMS K. NMEMBEMROENESRST . RFREH T NBI5BREENTRE
MIBIEEINIR, ANRASE_ARBRRAFEN—TE NN IETENHRE —RIED R IEE EE R
.
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