
Methods S1: Workflow diagram of the entire protocol to identify 

multiple protein targets and therapeutic compounds using an in 

silico polypharmacological approach 
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Enlisting and downloading phytochemicals from t h e  IMPPAT website in 3D SDF 

format and virtual screening using ADMET properties 

 

 

Identification of protein targets using SWISS target prediction, enlisting genes relating to    

disease using the DisGeNET database 

 

 

Construction of CTD network using Cytoscape 3.9.1 displaying intersecting genes and PPI 

network construction using string database 

 

 

Importing of PPI network from STRING database, visualization, and identification of final 

target gene of interest using Cytoscape 

 

 

Identification and retrieval of the final protein target from the RCSB PDB database, Model 

verification using Swiss PDB Viewer, retrieval of phytocompounds from PubChem 


