Figure S2

Supplementary Figure 2: Boxplot Representations of all Annotated Features from the Positive lon Mode

Collated feature intensity box plots for all annotated features in the positive ion mode. Left panel: original
feature intensities from peak intensity table (Supplemental Table S2, tab 1). Right panel: feature intensities
after log,, transformation and auto scaling (values mean-centered and divided by the standard deviation).
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Cystathionine
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Cytidine 5'-monophosphate (hydrate)
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delta-Guanidinovaleric acid
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Formiminoglutamic Acid
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gamma-Glutamylleucine
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Glycerol 3-phosphate
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Guanidineacetic acid
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Hydroxyhexanoycarnitine
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Imidazoleacetic acid
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Kynurenine
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Linoleyl carnitine
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Methionine sulfoxide
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Methylenediurea
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Methylguanidine
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Methylimidazoleacetic acid
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N3,N4-Dimethylarginine
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N-Lactoyl ethanolamine
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Nicotinamide 1-oxide
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Nicotinic acid
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N-Isobutylacetamide
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N-Methylhistamine
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N-Nonanoylglycine
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N-Propionylmethionine

Original Conc.

Normalized Conc.

[
1.5e+07 -
[ ]
1.0e+07 -
5.0e+06 - °
[ ]
= S
[ ]
0.0e+00- == oo
[ [ @ < o
o 8 o) ) <
% ) = =
| < |
- N ™ [Te)

1 SEPT]

2 OCT]

3 TOR]

4 IBAT

5 MAR]




N-Succinyl-L,L-2,6-diaminopimelate
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N-(tert-Butoxycarbonyl)leucine
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Octanedioic acid
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O-ureido-(DL)-serine
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Panthenol
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Pantothenic acid
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Pentahomomethionine
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Phenylalanine
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Phosphoethanolamine
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Picolinic acid N-oxide
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Platelet-activating factor
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Pro-Leu-Lys
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Prolinamide
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Proline
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Propionylcarnitine
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Pyroglutamic acid
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Pyrrolidine
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S-Adenosylhomocysteine
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Serine
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Taurocholic acid
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Original Conc. Normalized Conc.

1.6e+08+ 9 2

1.2e+08

8.0e+07 -

4.0e+07 -

3_TOR]

4 IBAT

5 MAR]
5 MAR]



THTA

Original Conc. Normalized Conc.
° 21 °
[ ]
[ ]
[ ]
[ ]
1e+071 . 1 L
° o °
S °
[ ]
.l 01 o
5e+06 A i ° i
° ® ®
+ _l -
° = b °
[ ]
° [ ]
[ ] ° °
* [ ]
0e+00 1 2.
— — o < o = — o < x
o ) O Q < a Q O Q <
! N ™ 10 I o ™ ¥ 0!
i i



Tilarginine
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Trans-3-Indoleacrylic acid
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Traumatin
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Triethanolamine
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Trimethylamine N-oxide
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Tris(2-butoxyethyl) phosphate
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Tris(hydroxymethyl)aminomethane
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Tryptophan
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Uridine monophosphate
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Urocanic acid
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Vinylglycine
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