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Figure S1. Quality-control assessment of UPLC-MS/MS data for untargeted metabolomics. Overlaid

total ion current (TIC) chromatograms (a, b); Extracted ion chromatograms (EICs) of internal standards

in blank samples (c, d); Pearson correlation analysis plots of QC samples (e, f). Panels a, ¢, and e were

acquired in positive ionization mode. Panels b, d, and f were acquired in negative ionization mode.
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Figure S2. Plots of the 200-permutation tests for the OPLS-DA models. (a) HPP vs. YPP; (b) CMP vs. YPP;
(c) CMP vs. HPP; (d) HPF vs. YPF; (e) CMF vs. YPF; (f) CMF vs. HPF.



