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BIEAE: HSST3(100%2.1 mm, 1.8 pm)
RN
AfE: 7K (&2 mmol/L BRER$2+0.1 % FRER )
BHE: 285

SRIE: 0.3 ml/min

HiR: 40°C
Time(min) A (%) B (%)
0.00 98 2
2.00 98 2
14.0 60 40
22.0 2 98
26.0 2 98
26.1 98 2
30.0 98 2

BYR: BREETRESUR, IE. B FERX

REARK: TOFMS (kf7ATIE Btk
7R B R — R 33H )

—B 3 ) -30 MS/MS (&

TYATRY B RIS — R I TOF MS: Bt LTl (Da) 100-1500
T}ATRY B RIE R ITFETOF MS/MS: FitTEESE El(Da) 50-1250
BaRIER S (CDS) IR

MBI (DBS) T2

Zeno 1B : 200000 cps
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B MGt 2 B & 5500 V(IE B F) / -4500 V(51 B F)

SH S CUR: 35 psi FE1LS GAS1:55 psi
F kX GAS2: 55 psi JRRE TEM: 500 °C
KFEBEDP: 80V (EEBF)/-80V (ABF)
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[El6. 3-Indoleacetic acid-o- B B FEE#E F fRAT

4. BHER:

2MAERAEXR, GHINER, SMEREHLIE, &
EFHEAENEMNZERRIRY . KNCHEIRE FHMetaboAnalyst
(ARZAS5.0, https://www.metaboanalyst.ca) X334 MR ETH# 1758
1T, IFtEFREY.

4.1 PCAZ i E

T2 4R AR B FTPLS-DAGETT, PLS-DASEIJLET, MPLS-DAE
SEETUEH 2B AT RENX S, KRRz BEHENER.
4.2 R W#F

IX{Fold Change>2 5<0.5, K p<0.05A7EKAHEFIALUE, I
Elgo MALEHTUBRRKERHDERAFARZ BFEER.
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T EBTLEESIR (#89)

Component Name Formula Adduct/Charge Area :I‘:::r(":?:) Prc:::srssor Errxa(:im)
EOBE -14- TR CsHisN,0, [M+H]+ 6.97E+04 6.47 235.1441 -0.4
EOBE 14 T2 C1sHisN, 0, [M+H]+ 4.22E+05 7.1 235.1441 0.4
P ZRELE -1,4- T ZB% 1 N-feruloylputrescine 1 Ci4H2oN,05 [M+H]+ 3.49E+05 7.01 265.1547 0.7
FZRELE -1,4- T ZB% 1 N-feruloylputrescine 2 C14HoN,04 [M+H]+ 2.06E+06 7.61 265.1547 0.2
P ZREER - TR Rk 1 CsH,N,0, [M+H]+ 4.2TE+05 7.51 279.1703 0.2
P EREE R - TR AR 2 CysH2,N,0; [M+H]+ 1.51E+05 8.36 279.1703 -0.8
N- K= - & Z BB AL 1 paprazine 1 CiH;NO, [M+H]+ 2.56E+06 12.76 284.1281 0.6
Glutamylphenylalanine 1 Cy4H1N,05 [M+H]+ 3.55E+05 7.58 295.1288 2.9
N - feruloyltyramine N- Fo ZRELES fZ 1 CyHiNO, [M+H]+ 1.92E+05 12.53 314.1387 0.2
N - feruloyltyramine N- o ZRELES iZ 2 CisHiNO, [M+H]+ 1.82E+06 13.09 314.1387 0.9
3-Indoleacetic acid +Glu 1 CieHsNO, [M+H]+ 1.60E+06 7.44 338.1234 1.6
3-Indoleacetic acid +Glu 2 CigHsNO, [M+H]+ 1.86E+06 7.66 338.1234 1.2
3-Indoleacetic acid +Glu 3 CieHigNO, [M+H]+ 1.15E+06 8.3 338.1234 0.9
3-Indoleacetic acid +Glu 4 CieHigNO, [M+H]+ 1.80E+06 8.62 338.1234 0.9
FIZREEE - R_fk + B HE CyHa4N,05 [M+H]+ 3.25E+04 11.54 397.1758 -0.9
PIZREE R -14- T Rz + EUEEE L Ca3Ha6N, 05 [M+H]+ 1.84E+06 12.65 411.1914 0.6
FIZREEE: -14- T e + BEBEE 2 Ca3Ha6N,05 [M+H]+ 4.73E+06 12.99 411.1914 0.7
PR - RET R+ BImE 1 Ca3HasN,0; [M+H]+ 1.67E+05 11.56 427.1864 0.5
FIZREEE - RET i+ BIBE 2 CaHasN,05 [M+H]+ 2.40E+04 11.79 427.1864 0.2
FIZREEE -1,4- T & +Glu CaoH3N,04 [M+H]+ 1.18E+05 6.28 427.2075 0.8
P EREEE -1,4- T ZR% + FBRRERE 1 CaeHasN, 0 [M+H]+ 1.10E+06 12.49 441.202 0.8
FeIZRREE -1,4- I P& + PO ZREAR 1 CasH3oN, 04 [M+H]+ 7.71E+04 13.27 455.2177 0.6
3-Indoleacetic acid +Glu+Xyl 1 Cy;H,:NO;; [M+NH4]+ 6.27E+05 7.56 487.1922 0.9

ZiE: Glu ABEREE, xyl AAREER,

RUO-MKT-02-15366-ZH-A p4
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F2. MEBTLESIE (#9)

Component Name Formula Adduct / Area Retention Precursor Mass Error
Charge Time(min) Mass (ppm)

allantoin C,HeN,0; [M-H]- 8.01E+04 0.9 157.0367 -1
2-oxoadipate CeHgO5 [M-H]- 1.95E+05 2.22 159.0299 -2
Urate CsH.N,0; [M-H]- 3.15E+05 2.29 167.0211 -0.5
Fructose CeH1,05 [M-H]- 3.97E+05 0.85 179.0561 2.0
Galactitol CeH1405 [M-H]- 3.98E+06 0.84 181.0718 -0.5
Mannitol CoH1405 [M-H]- 3.98E+06 0.84 181.0718 -0.5
azelaic acid CoH160, [M-H]- 5.15E+05 12.09 187.0976 -1.8
4-hydroxy-2-quinolinecarboxylic acid CioH:NO; [M-H]- 1.78E+05 8.25 188.0353 -2.3
Quinic acid C;H,05 [M-H]- 3.75E+05 0.96 191.0561 2.0
D-glucuronic acid CeH1004 [M-H]- 8.83E+05 0.86 193.0354 -2.0
SBIFRER 1soferulic acid C1oH100s4 [M-H]- 3.40E+05 10.82 193.0506 2.3
2 = F 2-Hydroxyadenosine CyoH13NsO5 [M-H]- 7.88E+05 5.28 282.0844 -1
5 ¥ guanosine CyoH5NsO5 [M-H]- 3.04E+05 5.41 282.0844 -1.1
TV SHER Linoleic acid CsH5,0; [M-H]- 1.52E+08 22.88 279.233 -1.1
FrARER Citric acid CeHsO; [M-H]- 7.91E+06 2.03 191.0197 -0.3
D-HE#E D-(+)-Mannose CeH 1,06 [M-H]- 9.57E+05 0.97 179.0561 2.2
p-BF = p-Coumaric acid CoHg05 [M-H]- 1.81E+05 10.21 163.0401 2.3
R JLZER Protocatechuic acid C,H:0, [M-H]- 6.89E+04 8.94 153.0193 2.1
7K salicylic acid C,H:0; [M-H]- 7.20E+04 7.65 137.0244 2.2
L-3E R L-Malic acid C,HO5 [M-H]- 2.74E+06 1.03 133.0142 -1.1

Scores Plot
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4.3 EZRBHIYT

IXpfE<0.05, Fold change>28<0.5, K VIP>10Fit F4H 6] A9 2=
5. WMAENEFREYEER148T, BAEFREDERL
*3, KRPW PRI EXRFAREDZERRK,

3. IATRAZ BNERMTIR (FBD )

Compound name P Fold change VIP
FIZRREE- 2 B 1 4.03E-12 108770 1.0754
FIZRREE- 2 i 2 6.51E-12 372910 1.0754
narcotin 8.16E-11 94224 1.0754
4'-Methoxy-7-0-(6"-acetyl)-D-glucopyranosy!-8,3'-dihydroxyflavanone 1.33E-10 15716 1.0754
Kamebanin+Glu+Gluc 1.45E-10 37569 1.0754
T,%% F R Brucine 1.62E-10 174220 1.0754
SRR (3,5-ZIMMEEEEZETE ) (1sochlorogenic acid A) 3,5-Di-O- 2.31E-10 84029 1.0754
caffeoylquinic acid

IR R R T R+ BT BE? 6.24E-10 33196 1.0753
Chrysoeriol (Luteolin 3'-methyl ether) 1.76E-09 17975 1.0753
FIERBEE-1,4- T _R+B A 1 2.9E-09 328.2 1.0753
urate 3.74E-09 7.6725 1.0753
P ZREE R -1,4- T —RR+PIZRBEE 1 9.35E-09 411.69 1.0753
FIFBmE-HET R+ E 2Bl 1.13E-08 127.12 1.0753
Carnosic acid+Glu+Gluc 1.85E-08 57.671 1.0752
Androsin 2 2.12E-08 9.1087 1.0752
Homovanillic acid 2.52E-08 5.1605 1.0752
3-(4-hydroxyphenyl)-lactate 2.52E-08 5.1605 1.0752
M2BOA 2.87E-08 23.826 1.0752
HM2BOA+Glu+Glu 2.88E-08 91.8 1.0752

#E: GuAAEREE, cuchEERERE,
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