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Data Gathering via Helium 

Search/IR (GSK) 

Polypharmacology By Family (Open PHACTS) 

Polypharmacology of BACE Inhibitors (Open PHACTS) 

New TRPV1 compound discovery (Vienna) 

Creation of a focused set of inhibitors (Jansen) 

 

 

 

 

 

Case Studies 



BEFORE WE START… 



PharmaTrek 



Example Applications: ChemBioNavigator 

 The ChemBioNavigator allows the user to visualise the chemical and biological 

space of a molecule group in a chemically-aware manner. Individual data points can 

be investigated further via direct links to ChemSpider and the Open PHACTS 

Explorer. 

Developed by the University of Hamburg and BioSolveIT 
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Utopia  

Documents 



USE CASES: SEARCH/FIND/VIEW 

INFORMATION 

 



http://www.youtube.com/watch?v=ogr4Og5M1Pw 





Use Case: Systematic lookup of properties for a list of chemical names 









EXPLOITING HEIRARCHIES 

Use case: This compound hits a lot of targets. Can I get something 

more informative than a flat list? 



Sorafenib: 

• 2755 Assay Points 

• Activity Cutoff returned 707 results  

• Human Cutoff returned 634 results  

• SingleProtein Cutoff returned 482 

results  

• 120 distinct human targets. 

 

But what does the distribution look like? 

Hierarchical Activity Clustering 





NOW SOME DISCOVERY… 



http://www.youtube.com/watch?v=nXLg8VXLREk 

Polypharmacology of BACE Inhibitors 



UNI. VIENNA TRPV1 

PHARMACOPHORE MODELS 

Use Case: Find Novel TrpV1 inhibitors 



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 Inhibitors 



TRPV1 



hTRPV1  2328 ligands from Open PHACTS 

HEK293 

 capsaicin 

http://www.openphacts.org 

TRPV1 












