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[M-HJ" m/z = 253.0 N 1 /\ [\ /\ pyromellitic acid

[M-HJ m/z = 165.0 \JI AN T\ o-phthalic acid
[M-H" m/z = 115.0 | , \ levulinic acid
[M-HJ m/z = 209.0 N ‘ A ] & trimesic acid
(ECOO/E 1S5y N — H‘ n-butyric acid (2mg/mL)
[M-HT vz = 173.0 i U\ cis-aconitic acid
[IM-HI m/z = 131.0 Ul glutaric acid
[M-HT m/z = 115.0 I\ W fumaric acid
[M-HT m/z = 89.0 | | lactic acid
IM-HJ m/z = 173.0 B A N\ trans-aconitic acid
[M+HCOOJ m/z = 105.0 A\ I\ ) acetic acid (5mg/mL)
[M-HT m/z = 195.0 -\ I' I\ gluconic acid
[M-HI" m/z = 233.0 [ J\ I\ butane-1,2,3,4-tetracarboxylic acid
[M-HI" m/z = 167.0 It ]\ phosphoenolpyruvic acid
[M-HJ" m/z = 103.0 J \F | 2-hydroxyisobutyric acid
[M-HJ" m/z = 145.0 \ k a-ketoglutaric acid
[M-HJ m/z = 193.0 \ A \ / L 2-keto-D-gluconic acid
[IM-HI m/z = 117.0 L | \. 2-hydroxy-3-methylbutyric acid
[M+HCOOJ m/z = 119.0 _j QI , propionic acid (1mg/mL)
[M-HJ m/z = 75.0 I L ’ glycolic acid
[M-HJ" m/z = 115.0 . j maleic acid
[M-HJ" m/z = 259.0 \ ’ \ glucose-6-phosphate
[M-HJ" m/z = 128.0 \ Ln ’ \ pyroglutamic acid
M-HT m/z = 131.0 | |1 | N oxaloacetic acid
[M-H] m/z = 161.0 l L , \ 3-hydroxy-3-methylglutaric acid
[M-H m/z = 324.1 \ A } N-glycolylneuraminic acid
[M-HT m/z = 145.0 U adipic acid
[M-HJ" m/z = 259.0 , \ L , \ glucose-1-phosphate
[M+HCOO]" m/z = 147.0 . ] \ ‘ ﬂ ’ ! n-valeric acid (1mg/mL)
[M-H] m/z = 121.0 ‘ benzoic acid
[M-HJ" m/z = 308.1 \ 1 \ ] \ N-acetylneuraminic acid
[M-HJ" m/z = 133.0 l n _ pyruvic acid
[M+HCOOJ m/z = 133.0 } i\_ o isobutyric acid (1mg/mL)
[M-HJ" m/z = 73.0 \ ] \ glyoxylic acid
[M-H m/z = 129.0 \ mesaconic acid
[M-HT m/z = 129.0 I /] \ A itaconic acid
[M-HJ m/z = 149.0 I\ U L-tartaric acid
[M-HF m/z = 89.0 JA®N IA 3-hydroxypropionic acid
[M-HI m/z = 191.0 | ] U citric acid
[M-HJ m/z = 145.0 1 L \ , \ \ 3-methylglutaric acid
[M-HJ m/z = 191.0 | \ ] U isocitric acid
[M+HCOOJ m/z = 147.0 | || isovaleric acid (1mg/mL)
[M-HT m/z = 133.0 | L\ malic acid
[M-H m/z = 117.0 } L succinic acid
] ] ] ] ] ] ] ] ] ] ]
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A07

Intrada Organic Acid, 150 x 2 mm
A: acetonitrile / water / formic acid = 10/ 90/ 0.1
. B: acetonitrile / 100mM ammonium formate = 10 / 90
BEODRE AFZBE-R)  0%B (0-1min), 0-100%B (1-7min), 100%B (7-10min)
0.2mL/min, 37°C, MS (ESI, SIM, Negative)
5uL (100ug/mL in 0.1% HCOOH)
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pyromellitic acid CORBERRIDEHIC, PUPHREHICHRITIIBEBERERBNT, FEAED
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(0.94ug/mL) WEROINIR—RAA I RIBIDNEISERRY, Intrada Organic Acid DA, B

[M-HT m/z = 263.0 COOH HOREERE L ICHL CREDSL\YINRASATT,
HOOCYZ Ry coon Intrada Organic Acid 7I5AIE S RE MEBOAMICHELET,
HOOC: COOH

[M-H]- m/z = 341.0 COOH

mellitic acid (25ug/mL) E*E(] ﬁ*ﬁ % {L.I: ( mﬁ*ﬁ '.E_F)
Intrada Organic Acid, 150 x 2 mm

9\0*(;’0/9_ phytic acid A: acetonitrile / 100mM ammonium acetate = 95/ 5
HompoTY oo B: acetonitrile / 100mM ammonium acetate = 10 / 90
oony,  0%B (0-1min), 0-100%B (1-4min), 100%B (4-10min)

0.2 mL/min, 37 °C, MS (ESI, SIM, Negative)
o 1 2 3 4 5 6 7 8 9 1omn 5L (50mM AcONH4 solution)
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[M-H]- m/z=171.0 p-toluenesulfonic acid i B’\J fcl ﬁ 7% @3 TL;_ H' T 7&1 <, o
%sz) bmywﬂbmt\\@gﬁ [2M-H]- m/z = 195.0 A l
@303“ B2 MEBE, (7R85
[M-HJ- m/z=157.0 benzenesulfonic acid E—R&EMS 4@ H:'n CEoT 1 N:(N\Hz
HOCH,SO03" (= — AT CHzo—p—o—Q—o—Q—OH Al
[M-H]- m/z=111.0 2 bodium hydroxymethanesulfonate %ﬁ%%ﬁ$ﬁa—5k‘t§_‘[ R \(_7/ oH EH OH
CHasos | sog SBICSAIIATIRTE _mwsme=s00 |
ZRUVBACEYERIRRIC a2
D TEET, UV o || GES. 8 g
[M-H]- m/z=95.0 L sodium methanesulfonate 74:)\‘ g fcl 5 2 /7 L 7_]—9: |\“ IEt i? \(27/ oz _2;0_2;0H
[M-HJ- m/z=97.0 sodium sulfate 18 {% ESPANINE i IAS Y] xR L) t [M-HJ m/z = 426.0 k HO o
S0 I, BNSLERLNI
NFNERIBEA T e || SIS
[M-HJ-m/z = 113. 0 ammonium thiosulfate ﬁE?\\g—o LJD\E/I/Z\JDD? \(37/ : _g; "
[M-H]- m/z=81.0 803 sodium sulfite NS CHSY [M-HJ m/z = 346.0 e o
msmmms( yethy i 01/1-10001-1) /@%@E@Eﬁ*ﬁgél -
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| 50°C | | 60°C |
O 1L CHoOH Intrada Organic Acid )5 OUOVERRIER
boog  GHOM &, A A RBE—RICEY o L0
CTRENT N-glycolylneuraminic acid R IBERSEB(C DT D OH OH
. NHCOCH20H tb‘t%ga—" i ii
2 [M-HT m/z = 324.1 FRUBLEIROTILTE galacturonic acid OH
. ey RIBSICRR IS /X— glucuronic acid
on© CHOH N-acetylneuraminic acid BZEEICL UO BREODSD COOH
& HRE CR2E—DICRY e
MH mE=081 TS, CORHEND u o
LCEDRETRD DTS OH
CH20H 2-keto-D-gluconic acid L \\t |§_§ZIS 69 ﬁj?*ﬁ_% {CE(/I/
o Chig— (hemicalcium salt) AVRBE-R)ICINZT,
) L IR EE50-60CIC B
AT me 21930 BT EHEFENET,
woon TNIZEUTIVOOVBEES [UERI] =e )
"oy o bHéH 2-keto-3-deoxyoctulosonic acid 277 F 10VEEDLD/IE
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Intrada Organic Acid
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Rt BIRIESCRINORNEEN BB R
BEABDHRA (122 T i BTT, —PICL THATOLSI, SHREET
5L (500ug/mL) HOOC-COOH  YAVB(Kal2, 42)0AFIIROVEE | BoHsIR AR, &0 RN 38 (FERIRS
[M-HJ m/z = 89.0 oxalic acid (PKa 3.1, 5.DED/IpKaDAE<ER | MW 3000Da) [C&Y), BHFERESTIHIED

SIOBINIVIRVEED, BEDFED | 2z25NnF9. FF BRECESNERER
L 0.02% NH40OH TR CTIHERBESIEDRHRIZY, BB | 02N Big s mza=N(13,000mm, 5min)L

E-DORRDESNBNCENERBS | T, BEEIARNAREIBCEE—RTT,
nEg, CNIBS, BRBEBEEIVE

oH(BIEEE) YoEpH(PVE=P)cy | Japanese Sake
L 50mM HCOONH4

J BTEICLY), REELDE(L TR RE 4= 20-fold dilution with 0.1% HCOOH
M BUET ., IRMOBEREDHE
PRAICIE IS BB RDIREINEE T,

e 1% HCOOH BAREPDEHER

4= Centrifugal Ultrafiltration
(Amicon, 3000 NMWL)

Filtrate (Injection Sample)

EXOD RS (> ZHRE—)

fumaric acid

[M-HJ m/z = 115.0
0.2N HCIO4

citric acid

6 4 2 3 4 5 6 7 & 9 10mn lactic acid M [M-HT m/z = 191.0
5uL (100ug/mL) CH3 malic acid
[M-HJ m/z = 117.0 i

HOOC-CH-COOH IM-HJ m/z = 117.0

methylmalonic acid hosphorlc cid
[M-HJ m/z = 133.0
0.02% NH40H
A [M-H] m/z = 97.0

succinic acid pyroglutamic acid
0.1% HCOOH
. [M-H] m/z = 128.0
J \__,¥ [M-H]” m/z = 89.0

L 0.2N HCIO4 M,j\«/v.wj pyruvic acid  [M-H m/z = 87.0

1 1
0 1 2 3 4 5 6 7 8 9 10min 0 1 2 3 4 5 6 7 8 9 10min
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OO RBEI L SIS PEEDTEEMRECIKELET, FICHBREREIMSBEICRELEY,
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