Figure S3

Supplementary Figure 3: Boxplot Representations of all Annotated Features from the Negative lon Mode

Collated feature intensity box plots for all annotated features in the negative ion mode. Left panel: original
feature intensities from peak intensity table (Supplemental Table S2, tab 2). Right panel: feature intensities
after log,, transformation and auto scaling (values mean-centered and divided by the standard deviation).
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Nicotinic acid
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N-methyl-2-oxoglutaramic acid
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N,N-Dihydroxy-L-tryptophan
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N-Undecanoylglycine
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Pantothenic acid
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p-Cresylsulfate
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Phenylacetaldehyde
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Phosphoethanolamine
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Pimelic acid
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Pyruvic acid
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Serine
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Succinic anhydride
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Threonine
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Uracil
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Uridine
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Urocanic acid
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Xanthine
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