Identification of metabolites
General notes:

e Chromatograms and spectra are from representative study samples and pure chemical standards when available. All chemical standards
were from IROA Technologies’ Mass Spectrometry Metabolite Library (MSMLS)

e Chromatograms and isotope patterns: Find Compounds by Formula searches in Agilent MassHunter Qualitative Analysis B.06.00 SP1

e Isotope patterns: Red rectangles represent an isotope pattern calculated from the elemental composition (shown in the title of each
spectra) , bars inside the rectangles show the observed isotope peaks

e MS/MS spectra: Precursor is indicated with a blue dot above the ion. Collision energy is on top of the spectra, e.g. CID@20.0.
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1-Methylnicotinamide
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Taurine
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Valine

Valine was found as [M+Na]" due to saturation of the principal ion [M+H]*. MS/MS spectra acquired from [M+H]"
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Hypoxanthine
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LysoPC(16:1)

LysoPC(16:1) found as [M+H+K]*". MS/MS was acquired from [M+H]"
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LysoPC(15:0)
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LysoPE(22:6)
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LysoPE(20:4)

x105 Cpd 1: C25 H44 N O7 P: + EIC(502.2928, 503.2962) Scan MetaboCCC_NR16..
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LysoPC(16:0) isomer
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LysoPC(16:0)

x106 Cpd 1: C24 H50 N O7 P: + EIC(496.3398) Scan MetaboCCC_NR160222_V-20...

x105 Cpd 1: C24 H50 N O7 P: + FBF Spectrum (6.962, 7.043-7.185 min) Metab...

x10 6 +ESI Product lon (7.001 min) Frag=175.0V CID@20.0 (496.3400[z=1] -> **..

x10 6 +ESI Product lon (7.002 min) Frag=175.0V CID@40.0 (496.3400[z=1] -> **...
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LysoPC(P-16:0)
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LysoPC(17:0)

x102 Cpd 1: C25 H52 N O7 P: + EIC(510.3554, 511.3588) Scan MetaboCCC_NR16..  x105 Cpd 1: C25 H52 N O7 P: + FBF Spectrum (7.087-7.148 min) MetaboCCC_.. . y10 4 +ESI Product lon (7.229 min) Frag=175.0V CID@10.0 (510.3541[z=1] -> **) 0..  y105 +ESI Product lon (7.229 min) Frag=175.0V CID@40.0 (510.3541[z=1] -> **...
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LysoPC(18:0)

x102 Cpd 1: C26 H54 N O7 P: + EIC(524.3711, 525.3744) Scan MetaboCCC_NR16.. 406 Cpd 1: C26 H54 N O7 P: + FBF Spectrum (7.219, 7.260 min) MetaboCCC.. = x10 & +ESI Product lon (7.330 min) Frag=175.0V CID@10.0 (524.3713[z=1] -> **.. 495 +ESI Product lon (7.328 min) Frag=175.0V CID@40.0 (524.3713[z=1] -> **...
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Bilirubin

Bilirubin typically exhibits high number of ions in electrospray (see isotope patterns below). MS/MS was acquired from [M+H]"

x102  Cpd 1: C33 H36 N4 O6: + EIC(585.2708, 586.2739) Scan MetaboCCC_NR160..  x105 Cpd 1: C33 H36 N4 O6: + FBF Spectrum (7.914-7.955 min) MetaboCCC_NR.. | 15 +ESI Scan (7.935 min) Frag=175.0V MetaboCCC_NR160222_V-27958-A572.. 103 +ESI Product lon (7.940 min) Frag=175.0V CID@20.0 (585.2698[z=1] -> **) E...
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