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TEMATYKA SZKOLENIA: 
 
Evolution of drug design and development 
Overview of computational tools 
Database mininig 
Protein-ligand interactions 
Molecular modeling 
Force fields 
Computer simulations 
Docking simulations 
Molecular dynamics simulations 
Bioinformatics and protein structure prediction 
Binding affinity prediction 
Pharmacophore modeling 
QSAR 
Pharmacokinetic Modeling 
ADMET Prediction 
Case studies: examples from oncology, virology and immunology 

 
 

  
 


