Additional file 1: Table S1

Compound lons Exact dwell Sum formula RT

ion time (ms) (min)
Pyruvic acid 1MeOX 1TBDMS  174-180 0 15 CeH1203NSI 6.62
Lactic acid 2TBDMS 261-267 0.1 15 C44H550,Si, 8.35
Alanine 2TBDMS 260266 0.1 15 C41HysNO,SI, 8.89
Glycine 2TBDMS 246-252 0.1 15 CoH24NO,Si, 9.4
y-Aminobutyric acid 2TBDMS  274-281 0.2 15 C,,H,5NO,Si, 11.74
Succinic acid 2TBDMS 289-296 0.1 15 C1,H550,Si, 12.04
Fumaric acid 2TBDMS 287-29%4 0.1 15 CoH230,4Si, 12.18
Serine 2TBDMS 390-396 0.2 15 C47H4oNO3Si5 13.54
Methionine 2TBDMS 320-328 0.2 10 Cy3H5oNO,SSi,  14.17
2-Oxoglutaric IMeOX 2TBDMS 346-354 0.2 10 C,4HgNO5Si, 14.86
Malic acid 3TBDMS 419-426 0.2 15 CgH3905Si5 15.06
Aspartic acid 3TBDMS 418425 0.2 15 C1gH4oNO,Si5 15.48
Glutamatic acid 3STBDMS 432-440 0.3 10 C4gH4oNO,Si5 16.56
Glutamine 3TBDMS 431439 0.3 10 Cy9H43N,05Si;  18.22

Citric acid 4TBDMS 501-600 0.3 10 C,sHs50;Si, 19.17




