Supporting Information

A) NO normalization B) Normalization to creatinine
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Scores on PC 1 (22.18%)

C) Normalization to TPA

Scores on PC 1 (29.60%)
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D) Normalization to TUPA

Scores on PC 1 (17.59%)

Scores on PC 1 (17.51%)

Figure S1: PCA score plots for different normalization methods before applying any feature
selection. Each dataset was 54 samples x 5572 compounds.



