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Supplementary materials Figure S1. PCA analysis of the total sample. (A) PCA plot of total samples
in positive ion mode; (B) PCA plot of total samples in negative ion mode (Note: Scattered dots in
different colors indicate samples of different experimental groups, and ellipses are 95% confidence
intervals).
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Supplementary materials Figure S2. Distribution of test statistic (Q2) and p-value of OPLS-DA per-
mutation tests. Permutation test between normal and model groups in positive ion mode (A) and
negative ion mode (B); Permutation test between model and treatment groups in positive ion mode
(C) and negative ion mode (D). (Note: The distribution plots are the permutation random distribu-
tion of Q2, and the arrows point to the actual observed model Q2).
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Supplementary materials Figure S3. Analysis of vitamin B6 metabolic pathway. (Note: Each arrow
points from the substrate to the product, and the bidirectional arrows indicate that the reaction is
reversible. Metabolites in red are those that differ significantly between groups).
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Supplementary materials Figure S4. Analysis of TCA circulating metabolic pathways. (Note: Each
arrow points from the substrate to the product, and the bidirectional arrows indicate that the reac-
tion is reversible. Metabolites in red are those that differ significantly between groups).



