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ChemicalToolBoX [1] is a freely-available compilation of more than 30 tools integrated into a single computational chemistry and cheminformatics
platform based on the Galaxy workflow management system [2]. We present some case studies to demonstrate the versatility of this suite in the

cheminformatics and drug discovery fields.
ChemicalToolBoX
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ChemicalToolBoX offers cheminformatics and computational chemistry tools for the collection, Multiple modules underlie ChemicalToolBoX,
physicochemical-based filtering, clustering, manipulation, library screening, and visualization of vyet all of them are automatically handled by
chemical data. Tools can be assembled into workflows, allowing for the automatized, reproducible = means of a comfortable point-to-click installa-
treatment of chemical data. tion.

Case I: Hole filling Case Il: Chemical libraries

ChemicalToolBoX can be used to fill spots in We have collected over 65M unique commercially available chemicals, partitioned them into

compound libraries based on fingerprint diver-  focused ligand libraries, and studied their physicochemical properties [3]. These data sets are a

sity selections, using the following scheme: valuable source of novel bioactive small molecules. For example, we have recently screened several
million drug-like molecules and identified XD14, a potent modulator of bromodomains [4].
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We present the freely-available cheminformatics and computational chemistry platform ChemicalToolBoX, and show its usability in two :
exemplarily cases in the cheminformatics and drug discovery fields. As an open-source initiative, ChemicalToolBoX is permanently under
development and new tools are implemented in a regular basis. m
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