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[bookmark: _GoBack]Additional file 3: Figure S1. 1H-NMR and 13C-NMR spectra of N-D3-acetyltyramine-O,β-glucuronide (D3-NATOG) and intermediates of synthesis. a 1H-NMR spectrum of N-D3-acetyltyramine. b 13C-NMR spectrum of N-D3-acetyltyramine. c 1H-NMR spectrum of N-D3-acetyltyramine-O-(tri-O-acetyl-β-glucuronide methyl ester). d 13C-NMR spectrum of N-D3-acetyltyramine-O-(tri-O-acetyl-β-glucuronide methyl ester). e 1H-NMR spectrum of N-D3-acetyltyramine-O,β-glucuronide (D3-NATOG). f 13C-NMR spectrum of N-D3-acetyltyramine-O,β-glucuronide (D3-NATOG). g 1H-2D-NOESY spectrum of N-D3-acetyltyramine-O,β-glucuronide (D3-NATOG). This spectrum proves the exclusive presence of the β-anomer of the glycoside.
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