Supplemental Table 2. MRM transitions for light/heavy metabolites pairs.

No. Name Formula l MW l Ql l Q3 Structure Fragmentation
Negative mode
1 Malonic acid C3H,0,4 104.06 103 59.2 Chemical Formula: C,H;0,"
Exact Mass: 59.01
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HO Exact Mass: 59.01
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4 Fumaric acid C4H,O, 116.07 | 115.1 70.9 Chemical Formula: CsH;0,°
(@) Exact Mass: 71.01 0O
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Ethylmalonic acid CsHgO,4 132.11 | 1311 87.1 Chemical Formula: CHO,"
Exact Mass: 45.00
o 0 .
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Chemical Formula: C4H,0,"
Exact Mass: 87.04
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acid Exact Mass: 113.04
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Exact Mass: 45.00
Pimelic acid C7H1,04 160.17 | 159.1 96.8 Chemical Formula: CHO,®
Exact Mass: 45.00 O
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Chemical Formula: C¢H,,0*"
Exact Mass: 98.07
Xanthosine 284.23 | 283 150.9
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Positive mode

9 1,4-Diaminobut | C4;H1,:N, 88.15 89.1 72 4 )
Chemical Formula: C4H; (N
ane Exact Mass: 72.08
/\/\/ NH2 : .\/\/NHZ
95.1 77 H,N NH,
Chemical Formula: H,N*
Exact Mass: 16.02
10 Sarcosine C3H;NO, 89.09 89.9 44.1 Chemical Formula: CHO,"
Exact Mass: 45.00
O]
(0]
93.9 47.1 ¥ H M
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Chemical Formula: C,HgN"
Exact Mass: 44.05
11 Alanine C3;H/NO, 89.09 a0 44 Chemical Formula: CHO,
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Chemical Formula: C,HgN"
Exact Mass: 44.05
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Chemical Formula: CHO,"
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Chemical Formula: C;HgNO®
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Chemical Formula: CsH ,N*
Exact Mass: 86.10
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Chemical Formula: C4H-0,"
Exact Mass: 87.04
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Chemical Formula: CHO,'
Exact Mass: 45.00
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Chemical Formula: CHO," o
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Chemical Formula: CsHgN3®
Exact Mass: 110.07




17 Arginine CgH14N4O5 174.20 175 70 . .
Chemical Formula: C,HgN3
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18 L-Citrulline CsH13N3O0; 175.19 | 176.1 70 Chemical Formula: C4HgNO,’
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19 D-Mannitol CeH1406 182.17 | 183.1 147.1 Chemical Formula: HO
Exact Mass: 17.00
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Chemical Formula: C¢H;,0,%
Exact Mass: 148.07
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21 Aspartic Acid C4H/NO, 133.10 | 134 74 Chemical Formula: C,H,NO,’
Exact Mass: 74.02
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Chemical Formula: CHO,
Exact Mass: 45.00
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Exact Mass: 104.05
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27 Phenylalanine CoHq11NO, 165.19 | 166 120 Chemical Formula: CHO,’
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Chemical Formula: CgH;(N*
Exact Mass: 120.08
28 Uridine CgH15N,046 244.2 245.06 113 Chemical Formula: CsHgO,4"
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Chemical Formula: C3H,N;0," Chemical Formula: CH,NO
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37 Serine C3H;NOg 105.09 | 105.9 59.8 Chermical Formula: CHO,'
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