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Figure S1. (a) The Sparse Partial Least Squares Discriminant Analysis (sPLS-DA) scores plot shows a notable 

separation between the two groups: warfarin interaction (group 1, shown in red) and control (group 2, shown 
in green). (b) The loadings plot illustrates the metabolites selected by the sPLS-DA model for each compo-
nent, ranked by the absolute magnitude of their loadings. (c) Multivariate Exploratory Receiver Operating 

Characteristic (ROC) Analysis, which is based on cross-validation (CV) performance averaged across all models 
and CV runs, assesses the model’s diagnostic accuracy. (d) The area under the curve (AUC) of 0.904 indicates 

a strong ability to differentiate between the two groups (95% Confidence Interval [CI]: 0.729 to 1.000) 


