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2.1.2（The medicinal composition for Jiawei Shengjiang San (JWSJS) being entered in the TCMSP, and the screening criteria being applied. TXT: Screening criteria: Oral bioavailability (OB) ≥ 30%, Drug-like properties (DL) ≥ 0.18）00：00-00：33
2.2.1  （Targets corresponding to the ingredients being retrieved.）00：34-00：48
66179_screenshot_3.mp4
2.3.1（Active ingredients of Bombyx batryticatus and Cicadae periostracum appearing on screen.）00：00-00：34
2.3.2  （2-D structure diagrams of active ingredients being downloaded from PubChem.）00：34-00：54
66179_screenshot_4-1.mp4
2.4.1（Components being screened in Swiss-ADME for high gastrointestinal absorption with two or more items marked as "Yes."）00：00-00：17
2.4.2（Selected components being imported into the database for target protein prediction.）00：18-00：45
66179_screenshot_4-2.mp4
2.4.3（In UniProt, the filter being set to "Reviewed" for status and "Human" for species to standardize the targets.）00：00-00：16
66179_screenshot_5-1.mp4
2.5.1（"DN" target list being obtained by combining and de-duplicating various targets from databases. TXT: Databases: GeneCards, OMIM, TTD, PharmGKB and DrugBank）00：00-00：08
66179_screenshot_5-2.mp4
2.5.2（R 4.2.0 software being used to screen for common targets of JWSJS and DN and Venn diagrams being drawn.）00：00-00：16
66179_screenshot_6.mp4
2.6.1（Active ingredients and potential targets of JWSJS being imported into Cytoscape 3.8.0, and Drug-Ingredient-Target network diagram being built. TXT: Larger nodes indicate greater importance in the network）00：00-00：55
66179_screenshot_7.mp4
2.7.1（In the STRING platform, species being set to Homo sapiens, minimum required interaction score being set to more than 0.9, and network construction being set to Multiple Protein analysis mode and networks being analysed.）00：00-00：29
66179_screenshot_8.mp4
2.8.1（Networks being analysed and centrality values being calculated.）00：00-01：13
2.8.2（Cursor sequentially hovering over betweenness centrality, closeness centrality, degree centrality, Eigenvector centrality, local average connectivity-based method, and network centrality values and Six greater value nodes being screened out. ）01:14 -01：18
66179_screenshot_9.mp4
2.9.1（IDs of the intersection targets being obtained with the org.Hs.eg.db package.）00：00-00：18
66179_screenshot_10.mp4
2.10.1（Enrichment analyses being conducted using four packages）00：00-00：17
66179_screenshot_11.mp4
2.11.1（Cursor hovering over Functional Gene Ontology enrichment analysis-obtained top 10 biological hits with a corrected P-value less than 0.05.）00：00-00：12
2.11.2（Top-30 pathways with the highest enrichment being selected for Kyoto Encyclopedia of Genes and Genomes analysis.）00：13-00：19
66179_screenshot_12-1.mp4
2.12.1（PubChem being searched and the 2D structure sdf file of JWSJS core components being obtained.）00：00-00：20
66179_screenshot_12-2.mp4
2.12.2（ChemBio 3D Ultra 14.0 being used, 3D structure of JWSJS core components being generated and optimized, saved in mol2 format as a ligand file.）00：00-00：30
66179_screenshot_13-1.mp4
2.13.1（The pdb format of the 3D structure of the core targets being downloaded from RCSB PDB.）00：00-00：17
66179_screenshot_13-2.mp4
2.13.2（Water molecules and ligands being removed in Pymol, and the receptor file being saved as pdb format.）00：00-00：37
66179_screenshot_14-1.mp4
2.14.1（Receptor protein file being imported and hydrogenated in AutoDockTools 1.5.7, receptor protein and small molecule ligand being converted into pdbqt format. ）00：00-00：47
66179_screenshot_14-2.mp4
2.14.2（Active pocket for receptor protein being set with Spacing coefficient at 1. ）00：00-00：37
66179_screenshot_15-1.mp4
2.15.1（Molecular docking being performed in Autodock Vina 1.2.0, binding energy being calculated. ）00：00-00：19
66179_screenshot_15-2.mp4
2.15.2（Docking results being visualized using Pymol 2.3.0 and LigPlot 2.2.5 software. ）00：00-00：22
66179_screenshot_16.mp4
2.16.1（Setting up a simulation box and filling the box with SPC water and adding 0.15 M NaCl. TXT: Ensure each complex is at least 10 Å away from the boundaries）00：00-00：34
66179_screenshot_17.mp4
2.17.1（Energy minimization phase being initiated for 100 ps. ）00：35-01：16
66179_screenshot_18.mp4
2.18.1（Cursor hovering over the stabilized pressure and temperatures. ）01：00-01：23
2.18.2（Executing the molecular dynamics simulation with a 2 fs timestep for 100 ns and recording the atomic coordinates every 100 ps）01：24-01：50
66179_screenshot_19.mp4
2.19.1（Opening the SID module and loading simulation data file into the SID module）00：00-00：21
2.19.2（Simulation being completed and results appearing on screen. TXT: Export the results if needed）00：22-00：42


