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The Pharmacoinformatics Research Group 

Transporter 

Off-target predictions 

Integrated approaches 

Data, data, data, .... 



Disease Pathway Target Ligand 

Clinical 
information 

“omics” 
information 

Chemical/structural 
information 
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Decreased Libido 



Dataset 

BCRP 



inhibitor 

inactive 

Area under 

ROC: 0.8 

BCRP 

Manual compilation of data sets 

Identification of literature sources 

Redrawing structures 

Manual addition of values 



Lee et al., J Comput Aided Mol Des (2011) 25: 317-37 

• Transmembrane receptor 

• Tetramer 

• Non-selective cation channel 

• Peripheral nervous system 

• Activation  influx of cations 

 depolarization of 

membrane  pain perception 

• Prolonged activation – 

desensitization 

TRPV1 



TRPV1 



hTRPV1  2328 ligands from Open PHACTS 

HEK293 

 capsaicin 

http://www.openphacts.org 

TRPV1 



MOE 



Assays 

Develop assay ontology 

Create tools for semiautomatic combination 

Propose reference compounds 
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Workflow for enriching the chemical space 
 

Data 



Data 
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Establish Pipeline Pilot or KNIME workflow 
 

Data 
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How to enrich the chemical space 

– Put your data into one of the sources 
 

Data 
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Approaching new areas with increasing complexity 
 

BQ X1: Give me all pathways related to the regulation of P-

glycoprotein, and all compounds hitting targets in these pathways. 

 

BQ 17: for a given disease, give me all targets in the pathway and 

for these targets all the active compounds 

 

Give me all compounds annotated with liver toxicity and their 

interaction profiles with all transporters expressed in the liver 

 

 

Limitations are no longer in your computer, they are in your mind! 

Challenge 


