£} sSHIMADZU

Excellence in Science

Application

News

‘& O IS T7EESRE LCMS™-9030

IRTA VHRRENDAY ) — 2 JlEh

A—H—ARZXT1v b

& LCMS-9030& LT, BRFRBEMDR Y 1) —= > FRATATRET T,
& 247V 7 b7 x77LabSolutions Insight Explore™D X 7 1) — Z > JH#EEIC K U RRICKHZHEE TEF T,
& LEYL LHERAERDONIE. ERDICEMEBEICRT -2V IHRICRETCEL T,

mFCoHIC

W, EEPORBE (A2 RO—L) ZBEICERT
TBH ARZRAZ T AEVOEMITEENEE>TVET,
BmAHF CHERYPRE. RENMBZ ZHRNICGHET 5F
EELTRIRENTOVET, A2 RO—LDRT)—Z
TFEELT. BRBEOEEDIEHBERINE TN
T—REBPIEKITE SIS BITEDDHTRDR Lz y
TITIRVET,

A CIEMEEMMITEEL (Q-TOF) BENNETTH S
LCMS-9030 (K1) HEBWT. R7A VR R#HEYE X T
) —Z> Ui LB & BN LEJ, LabSolutions Insight
ExploreD R 7 ) ——> JigEER AW\ T. Y 7 ILhOREH
YIHEETTVWE LIz, TUA—Y—1F > DOR@bam)
AbEAZEL. BETAHTET. ARICREMD AV 1) —
ZUTRFTOTEDNEERET,

T

T Nexera™ X3 3 & ULCMS™-9030

L Bap e Jts
B ERERS (E Nexera™ X3 & LCMS-9030&ERA L & LTz,
[LO/MS/MSA Y w RN r— — i) ICNEE N
TWABLCAY Yy REARWE LTz, ®HITE T A—H—
m/z& MS/MS 7 — 2 % [B)BF ICEN 1S T & % Data Dependent
Acquisition (DDA) E— F&EFRLE Lz, RICHTEGF
RLET,

®1 okt

[HPLC conditions] (Nexera X3)

Column : Reversed-phase column
Column oven 1 40° C

Solvent A © 0.1% Formic acid in water
Solvent B : 0.1% Formic acid in acetonitrile
Mode : Gradient elution

Flow rate : 0.25mL/min

Injection volume D 3ul

[MS conditions] (LCMS-9030)

lonization : ESI, Negative

Mode . Data Dependent Acquisition (DDA)
Nebulizing gas flow : 3.0L/min

Drying gas flow ©10.0 L/min

Heating gas flow ©10.0 L/min

DL temp. ©250° C

Block heater temp. 1 400° C

Interface temp. 1 300° C

CID Gas Pressure - 230kPa
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Name m/z Formula RT__[m/z tolerance (ppm)] m/z tolerance (mDa)

2-Ketoglutaric acid 1450142 | C5H605 | 2317
2-Morpholinoethanestforic acid 194.0492 | CEH13NO4S | 2.021
|Aconitic acid 1730002 | C6HGO6 | 3536
209.0303 | C6H1008
oumaric 1630399 | C9HBO3
Gallc acid 1690143 | C7HEO0S
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8 187 3.048 | 191.01934 8459757 | Isocitric acid C6HBOT7

@ |180) 3048[19101934 | 8459757 Citric acid C6HBO7
392 814419704500 5494833 Ethyl gallate C9H1005
219 | 3.596(129.01897 | 5023269  Citraconic acid C5HEO4

377 | 7732 |477.06673 4457612 Quercetin-3-O-glucuronide |C21H18013
i 233 | 3835|117.01904 | 4142619 Succinic acid CdHE04
ARG () | 198 | 314213305026 | 4037351 Deoxyribose C5H1004
115 | 2.196(133.01400 2453660 | Maiic acid C4HEOS
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214 3.475 |128.03492 1795311 | Pyroglutamic acid C5HTNO3
m 2.870 | 133.05025 1737846 Deoxyribose C5H1004
58 1.642 | 195.05087 1383298  Gluconic acid C6H1207
397 8.302 |507.11369 1334415  Syringetin-3-O-galactoside | C23H24013
136 2.389 | 145.01392 1236215  2-Oxoglutaric acid C5H605
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119 2225 191.01936 1159690 | Citric acid C6HBO7 191.01970 0.34

43 1,600 | 209.02996 1120974 | Mucic acid C6H1008 209.03029 -0.33
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[v] 14 |125.02392 4199  C6H503 [-H]- | 125.02442 -0.50 -3.999
M & 179.01856 1788 | C5H30-- | [-H]- | 79.01894 -0.38 | -4.809
M s 179.01856 1788 | C5H30 | -/[-HI- 7901894 -0.38 | -4.809
[ 13 |124.01611 773 | C6H403- [-H]- | 124.01659 -0.48 -3.870
M 4 |9.03401 469 | C4H50 -/ [HI- 6903459 032 4635 ¥
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