
 

[P47] Validation of Pythia's target prediction  
 

Giovanni Cincilla1, Xavi Maresma1, Laia Navarro1, David Bermúdez1, Serena Piticchio2, Oscar 
Villacañas1, Ignasi Belda1, Jascha Blobel1 

 
1Intelligent Pharma, C/ Baldiri Reixac, 4, 08028, Barcelona, Spain 

2Dipartimento di Scienze del Farmaco, Università di Catania, Città Universitaria Ed. 2, Viale 
Andrea Doria, 6, 95125, Catania, Italy. 

 
 

 
Determining the main molecular target of biological active compounds is a key step in drug 
discovery. Determination of off-targets is essential to enhance compounds selectivity and reduce 
drug secondary effect. Recently we developed Pythia, a in silico tool that combine molecular 
similarity and experimental biological activities to determine the main biological target for active 
compounds. Moreover it can be used to find off-targets for drug candidates for which secondary 
effects need to be mitigated. 
Results showed that Pythia is able to early recover in the top 20 positions most of known 
therapeutic and off-targets for most approved drugs, Investigational New Drugs (IND) and 
preclinical drug candidates. 
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