Supplementary Figure 1. (a) Gene Ontology (GO) enrichment analysis of potential targets. (b) Kyoto Encyclopedia of Genes and Genomes (KEGG) enrichment analysis of potential targets. (c) Stacked histogram illustrating the infiltration abundance of various immune cells in the osteoarthritis dataset, as estimated by the CIBERSORT algorithm. Each sample is represented by a stacked bar chart with different colors indicating the relative proportions of 22 distinct immune cell types.
Supplementary Figure 2. (a–j) Single-gene GSEA results for the top 10 core targets. (k) SHAP dependence plots showing the relationship between gene feature values and their contributions to model prediction (SHAP values). (m) RMSF distribution along protein residues, indicating residue-level flexibility. (n) Temporal changes in the number of hydrogen bonds (Hbonds) during the simulation.

