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2. The Cambridge Structural Database (CSD)
— a vital resource for structural chemistry and biology
2TV SHEREET —FX—X (CSD) - EMmiBEtFDEERIY—X
Stephen Maginn, Cambridge Crystallographic Data Centre, Cambridge, UK

For more than 50 years, the professionally-curated Cambridge Structural Database (CSD), the
world” s repository of small molecule crystal structures, has been in use in academia and industry. Now
containing more than 820,000 entries, it is a key source of information on molecular geometry and
intermolecular interactions, finding applications in structural chemistry, drug discovery and molecular
design, and structural biology.

The presentation will describe how the CSD is curated, ensuring that all entries are consistently
searchable and fully discoverable. The suite of software and other resources provided alongside the
CSD will be described, including knowledge-based libraries on intermolecular interactions and
molecular geometry.

Most importantly, some examples of how the CSD and its associated resources are applied to address

real research problems will be presented. These include provision of key insights into medicinal
chemistry campaigns in drug discovery, verification of proposed molecular geometry, and aiding in
crystallographic refinement of protein-ligand structures.
The CSD is distributed alongside its associated software and a collection of computational applications
of the data as the CSD-Enterprise package to academic institutions in Japan through the Institute for
Protein Research at the University of Osaka ( ABRAFEEZEAFLA ) , and with some targeted packages
of applications to industrial organisations in Japan through JAICI ( {bZIE#HRIHS ).
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