Additional file : Supplementary Figures S1–S3 and Supplementary Tables S1–S8.
This file contains all supplementary figures and tables cited in the main text. Figure S1 illustrates batch effect correction for the GERD datasets, and Figure S2 depicts the artificial neural network architecture with trained parameters. Additional data from molecular docking and molecular dynamics simulations are provided in Figure S3. The characteristics of the four datasets used are summarized in Table S1, and the machine learning methods are listed in Table S2. Table S3 gives the qRT-PCR primer sequences. Differentially expressed genes in GERD are listed in Table S4, while Table S5 shows the genes identified by different algorithm combinations. Enrichment results for hub genes are presented in Tables S6 and S7.Table S8 provides the complete results of the AI-based virtual screening.

