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Supplementary Tables and Figures

Table S1: Stability of derivatives.

i Stability (Hour)
Amines
0 24 48
Hydroxy proline 96.924 | 99.074 | 104.002
Histidine 100.469 | 101.977 | 97.555
Asparagine 101.850 | 96.277 | 101.872
Taurine 96.262 | 99.557 | 104.181
Serine 99.359 | 100.704 | 99.938
Arginine 97.083 | 94.580 | 108.337
Homoserine 98.233 98.451 | 103.316
Histamine 94.010 | 99.600 | 106.390
Aspartic acid 100.116 | 98.610 | 101.274
Sarcosine 102.243 | 99.327 98.430
Citrulline 99.896 | 97.541 | 102.564
Glutamic acid 99.190 | 99.621 | 101.189
Threonine 97.076 | 98.976 | 103.948
Alanine 102.086 | 100.519 | 97.395
Aminoadipicacid | 99.637 | 100.046 | 100.317
GABA 99.293 | 99.835 | 100.872
Proline 96.786 | 99.907 | 103.308
Epinephrine 105.418 | 93.622 | 100.960
Norepinephrine 99.947 | 100.261 | 99.793
DOPA 100.047 | 99.901 | 100.052
Octapamine 97.493 | 107.271 | 95.236
Ornithine 102.212 | 107.192 | 90.596
Lysine 96.470 | 98.015 | 105.515
Tyrosine 95.604 | 103.733 | 100.663
Methionine 96.604 | 98.668 | 104.728
Dopamine 102.674 | 101.506 | 95.820
Valine 97.135 | 99.597 | 103.269
Serotonin 98.621 | 101.420 | 99.959
Tyramine 94.602 | 99.615 | 105.783
Melotonin 101.472 | 98.164 | 100.364
Isoleucine 97.269 | 98.387 | 104.344
Leucine 97.209 | 99.387 | 103.404
Phenylalanine 101.513 | 99.947 | 98.540
Tryptophan 98.936 | 98.244 | 102.820
Tryptamine 97.288 | 97.548 | 105.164
Cystine 101.250 | 96.580 | 102.170
Cysteine 106.754 | 91.355 | 101.892
Cystathionine 99.958 99.362 | 100.679
GSH 107.075 | 101.672 | 91.253
GSSG 100.148 | 101.215 | 98.637
Cys-gly 107.214 | 98.276 | 94.511
v-glu-cys 101.113 | 100.077 | 98.809




Table S2: Recovery of metabolites from extraction cartridges.

Amino acids | Recovery (%)
Histidine 104.506
Serine 90.668
Arginine 75.865
Glutamic acid 94.473
Threonine 89.176
Proline 80.411
Lysine 100.734
Tyrosine 93.422
Valine 74.090
Methionine 92.283
Luecine 83.259
Isoleucine 83.259
Phenylalanine 90.605
Proline 80.411
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Figure S1: Synthesis of AQC derivative. The reaction of 6-Aminoquinoline (AMQ-145 m/z)
and N,N’'-Disuccinimidyl carbonate (DSC-257 m/z) at 60 °C for 30 min leads to the formation of
6-aminoquinolyl-N-hydroxysuccinimidyl carbamate (AQC-286 m/z). N-hydroxysuccinamide
(NHS-115 m/z) is the byproduct in the reaction. The MS/MS analysis of AQC by applying by
applying collision energy leads to the formation of intense product ion mainly from AQC part.
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Figure S2: UHPLC-MS/SRM chromatograms of sixteen mix amino acid. The amino acid
mix obtained from sigma was used to check the AQC reaction. All amino acids showed single
sharp peak and leucine-isoleucine showed baseline separation.

Figure S3
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Figure S3: UHPLC-MS/SRM chromatogram. (A) and (B) chromatogram of amino acid
derivatives with deuterated ISTDs, (C) Nucleotide, GSH and Cysteine metabolites. The
chromatogram of amines arranged based on the retention times (A and B). In (C) the arrow

indicates the peak corresponding to y-glu-cys.



