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BT E
BIEAE: HSST3(100%2.1 mm, 1.8 pm)
TEhiE: AfE:
BHE: 285

7K (&2 mmol/L EEER$%+0.1% FFER )

SRIE: 0.3 ml/min

R 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

BYER: EMEBORESIR, E. fIEFER

KEHR: TOFMS ( Tf7R 8 B —
AT IE) R — RT3 )

R334 ) -30 MS/MS (7%

XATET B IS —RITHETOF MS: R ELSE R (Da)100-1500
TRATRT [E) B — R IFHETOF MS/MS: R EESE Bl (Da)50-1250
B RIEFRSG(CDS)FF/E

B =N (DBS)FF 2

Zeno BI{E: 200000 cps
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4.2 XA 4.3 ZRR T

IMFold Change>2 3<0.5, % p<0.054 i & a42 A LA, IXpfE<0.05, Fold change>23<0.5, X VIP>11#1% M 4 8] 1Y 2 =
NES, MALEFITNEIARERGEMEFRARAZAGFEEZ ¥, RADNZFREYEIER148), BAZFREMEELE
=8 3. RFDBFHEXRFHREVZERREKR.

T EBTLEESIR (#9)

Component Name Formula Adduct / Area R.etenti?n Precursor Mass Error
Charge Time(min) Mass (ppm)
EYBE-14-T k1 Cy3H1sN,0, [M+H]+ 6.97TE+04 6.47 235.1441 0.4
BEOBE-14-T 22 C5HiN,0, [M+H]+ 4.22E+05 71 235.1441 0.4
FIZREEE-1,4- T A% 1 N-feruloylputrescinel  C,,H,N,0; [M+H]+ 3.49E+05 7.01 265.1547 0.7
FIZREEE-1,4- T ZB% 1 N-feruloylputrescine2 ~ C,,H,N,0; [M+H]+ 2.06E+06 7.61 265.1547 -0.2
FeJBRmE - T AR 1 CysH2N,0; [M+H]+ 4.2TE+05 7.51 279.1703 0.2
Pl ZR B BT — % 2 CysH2N,0; [M+H]+ 1.51E+05 8.36 279.1703 0.8
N-FR -3 & ZEEE& BZ 1 paprazine 1 CiH:NO; [M+H]+ 2.56E+06 12.76 284.1281 0.6
Glutamylphenylalanine 1 C14H1gN, 05 [M+H]+ 3.55E+05 7.58 295.1288 2.9
N - feruloyltyramine N-Fo] ZREEES A% 1 CsHiNO, [M+H]+ 1.92E+05 12.53 314.1387 0.2
N - feruloyltyramine N-o] ZREEES A% 2 CisHiNO, [M+H]+ 1.82E+06 13.09 314.1387 0.9
3-Indoleacetic acid +Glu 1 Ci6H1sNO, [M+H]+ 1.60E+06 7.44 338.1234 1.6
3-Indoleacetic acid +Glu 2 Ci6H1sNO, [M+H]+ 1.86E+06 7.66 338.1234 1.2
3-Indoleacetic acid +Glu 3 Ci6HsNO, [M+H]+ 1.15E+06 8.3 338.1234 0.9
3-Indoleacetic acid +Glu 4 Ci6H1sNO, [M+H]+ 1.80E+06 8.62 338.1234 0.9
PR E- N R+ B2 HE C22H24N,0s [M+H]+ 3.25E+04 11.54 397.1758 0.9
FIEREER-1,4- T — R+ BT REE 1 CasHasN, 05 [M+H]+ 1.84E+06 12.65 411.1914 0.6
FIZREEE-1,4- T _R+B /A 2 Ca3HaN,05 [M+H]+ 4.73E+06 12.99 411.1914 0.7
FIERELE- AR T ZE+B 2 BECH0,1 Ca3HaN, 05 [M+H]+ 1.67E+05 11.56 427.1864 0.5
FIZRELR-BE T ZRR+BEHBECH0,2 C,5Ha6N, 04 [M+H]+ 2.40E+04 11.79 427.1864 0.2
Pl ZREEE-1,4- T —B&+Glu CaoH3oN,04 [M+H]+ 1.18E+05 6.28 427.2075 -0.8
Pl ZRREEL-1,4- T — R+ P ZRBEE 1 Ca4H2sN, 05 [M+H]+ 1.10E+06 12.49 441.202 0.8
Pal R BB -1,4- T — B+ P BREE A 1 C,sH3oN,0¢ [M+H]+ 7.71E+04 13.27 4552177 0.6
3-Indoleacetic acid +Glu+Xyl 1 C,H,;NO,,; [M+NH4]+ 6.27E+05 7.56 487.1922 0.9

=X GuABERE, xAREE,
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T2 NETLETIR (#2)

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 CeH:O0s [M-H]- 1.95E+05 2.22 159.0299 2
Urate CsHuN,0; [M-H]- 3.15E+05 2.29 167.0211 0.5
Fructose CeH1,06 [M-H]- 3.97E+05 0.85 179.0561 -2.0
Galactitol CoH1,05 [M-H]- 3.98E+06 0.84 181.0718 0.5
Mannitol CoH106 [M-H]- 3.98E+06 0.84 181.0718 0.5
azelaic acid CyH160, [M-H]- 5.15E+05 12.09 187.0976 -1.8
4-hydroxy-2-quinolinecarboxylic acid CoH:NO; [M-H]- 1.78E+05 8.25 188.0353 -2.3
Quinic acid C;H,06 [M-H]- 3.75E+05 0.96 191.0561 2.0
D-glucuronic acid CoH100; [M-H]- 8.83E+05 0.86 193.0354 2.0
FPIERAR Isoferulic acid CyoH 100, [M-H]- 3.40E+05 10.82 193.0506 2.3

B = # 2-Hydroxyadenosine Ci1oH13NsOs [M-H]- 7.88E+05 5.28 282.0844 -1
5% guanosine CyoH5N5O5 [M-H]- 3.04E+05 5.41 282.0844 -1.1

I 3AER Linoleic acid CysH3,0, [M-H]- 1.52E+08 22.88 279.233 1.1
5B Citric acid CeHs0, [M-H]- 7.91E+06 2.03 191.0197 0.3
D-HE#E D-(+)-Mannose CeH1,0¢ [M-H]- 9.57E+05 0.97 179.0561 2.2
p-BE p-Coumaric acid CyHg0; [M-H]- 1.81E+05 10.21 163.0401 -2.3
R JLELER Protocatechuic acid C,H0, [M-H]- 6.89E+04 8.94 153.0193 2.1
7K 4% salicylic acid C,HsO, [M-H]- 7.20E+04 7.65 137.0244 22
L3RR L-Malic acid C,He0s [M-H]- 2.74E+06 1.03 133.0142 1.1

Scores Plot
v - 3 - Sed i _.:'-'..:'-._, N " s
£ m 8 ‘ . ; ;- . L .
| 5 S
i F
1 6 |3-Indoleacetic acid—o—?ﬁfﬁﬁ‘ﬁf}ﬁ"ﬁ@ﬁ""’g’ ”””””””””””””””””””””””””
: p ; . : T e

Component 1 (86.5 %)

E7. PCA-DAB A
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;3. 1ATRAZ BNERMIIR (#BD)

Compound name p Fold change VIP

Pl EREL -2 % 1 4.03E-12 108770 1.0754
Pl ERREE-Z B 2 6.51E-12 372910 1.0754
narcotin 8.16E-11 94224 1.0754
4'-Methoxy-7-0-(6""-acetyl)-??-D-glucopyranosyl-8,3'-dihydroxyflavanone 1.33E-10 15716 1.0754
Kamebanin+Glu+Gluc 1.45E-10 37569 1.0754
ST Brucine 1.62E-10 174220 1.0754
FEERR (3,5-"INEEEEZETER ) (Isochlorogenic acid A ) 3,5-Di-O-caffeoylquinic acid 2.31E-10 84029 1.0754
PIERELE- AR T — B+ B EBECH0,2 6.24E-10 33196 1.0753
Chrysoeriol (Luteolin 3'-methyl ether) 1.76E-09 17975 1.0753
PIEREEES-1,4- T “ R+ B EREE 1 2.9E-09 328.2 1.0753
urate 3.74E-09 7.6725 1.0753
Pl EREEEE-1,4- T —Ba+ ) BERER 1 9.35E-09 411.69 1.0753
FIEREE- 2R T — R+ B 2B EL 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
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