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Metabolite name m/z 1 2 3 4 5 A:f;aS%e ?:5;/;’
Formic acid-TBDMS 103 686,353 596,374 749,783 735,245 679,104 689,372 8.7
Acetic acid-TBDMS 117 1,885,635 1,707,465 1,971,413 1,930,730 1,945,233 | 1,888,095 5.6
Propionic acid-TBDMS 131 116,015 100,783 125,040 110,380 108,585 112,160 8.1
Isobutyric acid-TBCMS 145 14,703 11,366 15,258 12,185 11,999 13,102 13.4
Butyric acid-TBDMS 145 19,162 15,654 20,598 17,786 16,393 17,918 11.2
Isovaleric acid-TBDMS 159 88,633 67,353 98,255 79,137 68,774 80,430 16.4
Valeric acid-TBDMS 159 2,418 1,413 1,549 1,730 1,227 1,667 27.5
Hexanoic acid-TBDMS 173 3,143 2,214 2,805 2,104 1,971 2,447 20.5
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HAoOON IS D 7890B (Agilent)

A==tz d>XAF> 70—, 1.0 mL/min

TJLASA 0.25 mmi.d. X 0.5 m

DN I VF-5ms, 0.25 mm i.d. x 30 m, df=0.5 pm

A—T >R

NS RT7—-51>
HENE

1 AR

7 —SEUSE— K

100°C (2 min) -10°C/min-320°C (2 min) , Total 26.0 min
290°C

5977B (Agilent)

260°C

Scan (m/z 70-600)

AiSTI SCIENCE

25



RXFRO—LDth (7= EBEHER)

Quinic acid-5TMS

L |
Citric acid-4TMS '™ ﬂh

10 105 11 115 12 125
AL ) vs. BIFEEFRT (min)

17

L)

Mo

VONOUAWNE

55

6 65 7 75 8 8'5

Lactic acid_2TMS

Glycolic acid_2TMS

Oxalic acid_2TMS
3-Pyridinol_TMS
4-Hydroxybutyric acid_2TMS
Phosphoric acid_3TMS
Maleic acid_2TMS

Nicotinic acid_1TMS

Succinic acid_2TMS

10.
11.
12.
13.
14.
15.
16.
17.
18.

11 1 12 125

10 105 15
AR ) vs. BIFEEFRET (min)

Glyceric acid_3TMS
Methylsuccinic acid_2TMS
Itaconic acid_2TMS
Fumaric acid_2TMS
Methylmaleic acid_2TMS
3-Deoxytetronic acid_3TMS
2-Deoxytetronic acid_3TMS
Malic acid_3TMS
Pyroglutamic acid_2TMS

AiSTI SCIENCE

13 135 12 145 15 155 16 165 I

19. 2-Hydroxyglutaric acid_3TMS
20. 3-Deoxyhexonic acid_5TMS

: EFERRAGEERGEAIC KD
7= BRSO OO NS A
(G O—E—20E/&R. 50uL )

26



XFRO—LDh : BIRE

& EAERKBEEMOECKDRESNEP S/ BEHEOE —JEEE S HIRM GEIR

: J—bE—2045#&R, 50uL)

Metabolite name 1 2 3 4 5 6 Average RSD%
Lactic acid_2TMS 341,963 296,870 315,675 320,359 295,609 347,764 319,707 6.9
Glycolic acid_2TMS 1,003,244 884,333 916,389 930,711 896,522 989,895 936,849 5.2
Oxalic acid_2TMS 188,919 173,561 201,879 207,989 204,209 209,821 197,730 7.1
2-Furoic acid_TMS 36,315 34,746 34,422 35,821 36,121 37,862 35,881 3.4
3-Pyridinol_TMS 183,655 169,595 168,383 170,718 166,638 182,084 173,512 4.3
Malonic acid_2TMS 1,424 1,478 1,539 1,390 1,546 1,694 1,512 7.2
5-Hydroxy-2-methylpyridine_TMS 16,711 15,858 15,379 16,014 16,132 17,544 16,273 4.7
Phosphoric acid_3TMS 300,676 288,602 284,033 272,582 306,710 323,399 296,000 6.1
Maleic acid_2TMS 39,213 39,030 38,936 40,599 41,824 43,074 40,446 4.2
Nicotinic acid_1TMS 72,824 72,585 71,073 75,277 77,213 78,051 74,504 3.7
Succinic acid_2TMS 175,677 173,628 173,974 182,704 186,613 193,265 180,977 4.4
Glyceric acid_3TMS 87,549 85,790 83,840 89,443 92,867 97,466 89,492 5.6
Methylsuccinic acid_2TMS 5,968 5,628 5,570 6,586 6,334 6,399 6,081 7.0
Itaconic acid_2TMS 89,990 89,383 87,582 94,127 97,672 98,213 92,828 4.9
Fumaric acid_2TMS 189,617 193,265 189,987 199,566 209,799 213,004 199,206 5.1
Methylmaleic acid_2TMS 35,925 36,346 35,688 38,225 39,144 39,989 37,553 4.8
3-Deoxytetronic acid_3TMS 72,474 74,646 72,164 74,037 78,475 80,836 75,438 4.6
2-Deoxytetronic acid_3TMS 12,350 13,664 13,575 14,391 15,462 15,219 14,110 8.2
Malic acid_3TMS 964,648 963,083 964,141 1,058,900 1,113,814 1,130,350 | 1,032,489 7.6
Pyroglutamic acid_2TMS 806,271 816,296 784,564 809,178 849,038 900,554 827,650 5.0
Citric acid_4TMS 1,741,087 1,716,036 1,801,123 1,863,578 1,914,459 1,986,103 | 1,837,064 5.7
3-Deoxyhexonic acid_5TMS 893,709 900,804 887,960 915,502 969,770 1,034,106 933,642 6.2
Quinic acid 5TMS 4,719,499 4,666,922 4,656,683 4,735,084 4,746,064 4,818448 | 4,723,783 1.2

x| EMERUKBEEMMEEC K DRRESNIZIEBEOE —EBE L BIRY (R O—-E—20&%R. 5040 )

Metabolite name 1 2 3 4 5 6 Average RSD%
Caffeine 70,613 58,321 67,073 64,108 68,105 72,538 66,793 7.6
Mannitol_6TMS 2,619 2,138 2,161 2,424 2,138 2,042 2,254 9.8
myo-Inositol_6TMS 26,046 20,461 22,677 21,769 21,811 21,908 22,445 8.5
Sucrose 8TMS 8,589 6,746 7,884 8,011 7,660 8,111 7,834 7.9
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