Urinary metabolomic signatures of muscle injury and recovery in elite football players
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SM1. Multiple Reaction Monitoring (MRMs) used for aminoacid quantification by UPLC-MSMS.

Histidine (MRM 326.2 > 171.1), Phosphoserine (MRM 357.2 > 171.1), Hydroxyproline (MRM 302.2 > 171.1), 1,3-Methyl Histidine (MRM 340.2 > 171.1), Arginine (MRM 345.2 > 171.1), Carnosine (MRM 397.2 > 171.1), Asparagine (MRM 303.2 > 171.1), Phosphoethanolamine (MRM 312.2 > 171.1), Anserine (MRM 411.2 > 171.1), Glutamine (MRM 317.1 > 171.1), Taurine (MRM 296.2 > 171.1), Serine (MRM 276.2 > 171.1), Ethanolamine (MRM 232.2 > 171.1), Glycine (MRM 246.2 > 171.1), Aspartic acid (MRM 304.2 > 171.1), Citrulline (MRM 346.2 > 171.1), Sarcosine (MRM 260.2 > 171.1), Glutamic acid (MRM 318.2 > 171.1), Threonine (MRM 290.2 > 171.1), beta-Alanine (MRM 260.2 > 171.1), Hydroxylysine (MRM 252.1 > 171.1), Alanine (MRM 260.2 > 171.1), GammaaminoButyric Acid (GABA) (MRM 274.2 > 171.1), Aminoadipic acid (MRM 333.2 > 171.1), Ornithine (MRM 273.1 > 171.1), Proline (MRM 286.2 > 171.1) beta-Amino isobutyric acid (BAIBA) (MRM 274.2 > 171.1), Cystathionine (MRM 282.1 > 171.1), Lysine (MRM 244.1 > 171.1), Cystine (MRM 291.2 > 171.1), Alfa-AminoButyric Acid (AABA) (MRM 274.2 > 171.1), Tyrosine (MRM 352.2 > 171.1), Methionine (MRM 320.2 > 171.1), Valine (MRM 288.2 > 171.1), Homocystine (MRM 305.2 > 171.1), Isoleucine (MRM 302.2 > 171.1), Leucine (MRM 302.2 > 171.1), Phenylalanine (MRM 336.2 > 171.1), Tryptophan (MRM 375.2 > 171.1). 
The following internal standards were included in the method: Histidine-13C6-15N3 (MRM 335.2 > 171.1) (Histidine), Serine-13C3-15N (MRM 280.2 > 171.1) (Phosphoserine, Taurine, Serine), Proline-13C5-15N (MRM 292.2 > 171.1) (Hydroxyproline), Histidine-13C6-15N3 (MRM 335.2 > 171.1) (Methylhistidine), Arginine-13C6-15N4 (MRM 355.2 > 171.1) (Arginine, Carnosine,Asparagine, Anserine), Glycine-13C2-15N (MRM 249.2 > 171.1) (Phosphoethanolamine, Ethanolamine, Glycine, gamma-Aminobutyric acid, beta-Aminoisobutyric acid, alpha-Aminoisobutyric acid), Glutamic acid-13C5-15N (MRM 324.2 > 171.1) (Glutamine, Glutamic acid, Cystathionine), Aspartic acid-13C4-15N (MRM 309.2 > 171.1) (Aspartic acid, Citrulline, Aminoadipic acid), Alanine-13C3-15N (MRM 264.2 > 171.1) (Sarcosine, b-Alanine, Alanine), Threonine-13C4-15N (MRM 295.2 > 171.1) (Threonine), Lysine-13C6-15N2 (MRM 248.1 > 171.1) (Hydroxylysine, Ornithine, Lysine), Proline-13C5-15N (MRM 292.2 > 171.1) (Proline), Cystine-13C6-15N2 (MRM 295.1 > 171.1) (Cystine, Homocystine), Tyrosine-13C9-15N (MRM 362.2 > 171.1) (Tyrosine), Methionine-13C5-15N (MRM 326.2 > 171.1) (Methionine), Valine-13C5-15N (MRM 294.2 > 171.1) (Valine), Isoleucine-13C6-15N (MRM 309.2 > 171.1) (Isoleucine), Leucine—13C6-15N (MRM 309.2 > 171.1) (Leucine), Phenylalanine-13C9-15N (MRM 346.2 > 171.1) (Phenylalanine, Tryptophan).

