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The Project: The Open PHACTS project (openphacts.org) is a European initiative, 

constituting a public–private partnership to enable easier, cheaper and faster drug discovery. 

The project is supported by the Open PHACTS Foundation and funded by contributions from 

several pharmaceutical companies. As part of Open PHACTS, a "Chemical Registration 

Service” was created to register chemicals of interest to the project, allowing compound 

linkage between data sets. A key concept is the support for "scientific lenses," which allows 

hierarchical mapping of chemical entities, including supporting characteristics such as 

charge state, tautomerism and stereochemistry. Open PHACTS aggregated various 

databases, including ChEMBL, ChEBI, DrugBank, UniProt, and WikiPathways. A new 

project builds on the Chemical Registration Service to establish an open chemistry registry 

and mapping service for general data set linkage. This expansion requires the support of 

multiple cheminformatics formats, the conversion and mapping of various identifiers, 

harmonized but configurable standardization, validation of the chemical structures, and the 

creation of new identifiers, to produce scientific lenses, or "link sets". The results will 

futhermore be repurposed for other knowledge bases. 

 

Techniques: cheminformatics, Java, open science, version control 
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