Supplementary materials
Supplementary materials comprise supplementary methods; de-identified clinical data; differential-metabolite source abundances; single-metabolite ROC results; joint-model coefficients and cross-validated predictions; correlation-network nodes and edges; the global metabolic-profile plots; and the supplementary network figure (Supplementary Tables S1–S6, Supplementary Figs. S1 and S2).
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Supplementary Fig. S1 | Global metabolic profiles of paediatric urolithiasis and healthy controls. (a) PCA score plot including biological samples and pooled QC injections. (b) PCA score plot restricted to biological samples. (c) OPLS-DA score plot. (d) Permutation test for the OPLS-DA model. This figure was moved from the main Results section to the Supplementary materials to keep the main manuscript focused on differential metabolites and downstream pathway evidence.
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Supplementary Fig. S2 | Metabolite correlation network in the discovery cohort. Nodes represent metabolites, node size reflects degree, and red and blue edges indicate positive and negative Spearman correlations, respectively.
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