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Background 

During the last decades a wealth of information is constantly arriving at the hands of 

researchers in pharmaceutical and biomedical industries. Three dimensional structures of 

biomolecules have shaped a new era of rational molecular discovery. However, analysis of 

3D structural information is inherently complex and has usually been performed by experts on 

small sets of structures usually in the scope of a particular project. Today the amount of 3D 

information available in the public and private domains expands far above 100k structures. 

The wealth of information contained in this data is still very complex to explore and analyse 

and a new generation of tools is required to address this pressing need.  

Description 

Here we present 3decision®, a web-based platform introducing our disruptive view on next 

generation structural data handling and analysis that enables the researches to discover new 

insights and generate new working hypothesis.  

Upon registration, public or in-house biomolecular structures are post-treated to gather all 

metadata associated with the structure, sequences, small molecules, waters and ions. 

Putative binding sites are automatically identified and annotated and structure to sequence 

mappings are seamlessly integrated.  

Today, the platform allows to gain a very quick overview of structural information available, 

run structure and sequence based specificity analyses, on-the-fly superimpositions and 

analyse structures regarding their capacity to bind small drug like molecules. User can easily 

upload their own structural data, annotate and collaborate on structure based discovery 

projects. Furthermore 3decision® provides a novel way to drive off target predictions using 

three dimensional data on the full structural knowledge space. 

Conclusion 

3decision® allows for state of the art persistence of structural knowledge of biomolecules, 

albeit experimental or theoretical. It provides the user with a purpose built set of innovative 

web based tools to drive drug discovery projects in light of historical knowledge and current 

working hypotheses and gain unprecedented insights in structural data.  

 


