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The CSD software 



Aromatics Analyser Overview
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Knowledge-based software can reinforce 
experimental findings 



HBP shows only one point on the chart for 
the two forms of Ibuprofen 



Other type of interactions can help 
distinguish between polymorphs 



Covers large amount of orientations 
of the benzene rings



To predict aromatic interaction strengths we 
generated energies and molecular descriptors 

Aromatics Analyser • • •



Linear scaling was generated (0 to 10) 
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Aromatic Analyser allows interaction
strength estimation for aromatics rings
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Aromatic Analyser allows interaction
strength estimation for aromatics rings



Investigating aromatic 
interactions for polymorphs



CSD-Materials overview
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Machine Learning at CCDC
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Want to explore more?

https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-materials-workshops/
https://www.ccdc.cam.ac.uk/Community/educationalresources/ccdc-videos/

