Figure S1. (A, B) PCA, (C, D) PLS-DA, and (E-J) OPLS-DA score plots (green circles, SGA samples (n = 12); purple
squares, AGA samples (control group, n = 12); blue triangle, LGA samples (n = 12); orange diamonds, QC samples (n
= 8)) of LC-MS positive and negative ion modes. C (R? = 0.921; Q2 = 0.784, p CV-ANOVA = 2.01x10"?), and D (R? =
0.989; Q% = 0.972, p CV-ANOVA = 1.36x10-%8) represent the PLS-DA models built for LC-MS ESI (+), and LC-MS ESI
(=), respectively.
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