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Introduction Results

Chemical derivatization has been used to improve MS sensitivity and LC retention time for MethOd performance
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Figure 1. Schematic representation of RTC autosampler (CTC Analytics) with hyphenation to
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1 L-Glycine 75.07 DNS-CI  309.0901 L-histidine 155.20 DNS-Cl  389.1278

2 Pyruvic acid 88.06 DNS-Hz  336.1011 22 L-arginine 17420 DNS-Cl  408.1940 CO NC I US | ONnsS

3 L-Alanine 89.09 DNS-CI  323.1063 23  Oxoglutaricacid  147.02 DNS-Hz  394.1071

4 L-Tyrosine 181.2 DNS-CI 415.1313 24 L-Glutamic acid 147.10 DNS-CI 381.1108 . . . : : Ca

c F—— ——— 163.06" DNSal 337 121136 Taurine 12501 DNS.cl | 3590731 | Automated parallel derivatization combined with SWATH/MS acquisition enables:

6 L-valine 117.2 DNS-CI  351.1377 26 Caffeic acid 180.04 DNS-CI  648.1812 . e . . . .

- | threonine TR REER L -methionine 14920  DNs.ol 3831001 | Reproducible quantification of multifunctional metabolites (aldehydes, ketones, amines and
8 L-tryptophan 204.23  DNS-CI 438.1475 28 L-serine 105.10 DNS-CI  339.1006 phenols) N a single | C-MS analysis_

9 L-phenylalanine 165.2 DNS-CI  399.1369 29 Citrulline 17510 DNS-CI  409.1541

10 S-phenyl-L-cysteine 197.05 DNS-CI 431.1094 30 L-Aspartic acid 133.10 DNS-CI 367.1216 : : - : - - 13

11 5-aminolevulinic acid 131.06 DNS-Hz 365.1530 31 L-proline 115.10 DNS-CI 349.1219 QU_AL/_QUANT anaIySIS of metabolites in blologlcal samples using analogous C labeled
12  Trans-4-hydroxy-L-proline  131.06 DNS-CI 365.1166 32 Tyramine 137.18 DNS-CI 604.1914 | derivatization reagents and MS1 and MS2 level.

13 L-asparagine 132.05 DNS-CI 366.1120 33 a-Ketoisovalericacid 116.05 DNS-Hz  364.1325

14 L-camosine 2hee | oie el | AR | o baidzein 25406 DNS-CI 7210873 | To generate valuable additional sample information of precursor, fragment ions and
15 Acetaminophen 151.17 DNS-CI 385.1217 35 Estradiol 272.38  DNS-CI 506.2756 _ o

16 2.4-Dihydroxybenzoic acid 154.03 DNS-CI  388.0849 36  Ethinylestradiol  296.41 DNS-cl  530.3666 | chemically related analytes within same batch.

17 4-hydroxybenzoic acid 138.03 DNS-CI 372.0898 37 Estrone 270.37 DNS-CI 504.2302

18 L-lysine 146.20 DNS-CI  613.2125 38 Testosterone 288.21 DNS-Hz  535.2294 | To facilitate post-acquisition identification of metabolites chemically related with the help of
19 Vanillic acid 168.04 DNS-CI  402.0999 39 L-Cystine 240.30 DNS-Cl  474.1132 f .

20 4-hydroxyphenylpyruvic acid 180.16 DNS-Hz 414.1006 40  Androstenedione 286.19 DNS-Hz  781.5202 tag ragment 10ns.
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