
How to analyse small 
molecules interactions with 
Full Interaction Maps



Learning outcomes for today
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Solid form selection in product development



A wealth of data in the CSD

Katerina Vriza, University of Liverpool, PhD on Data driven discovery of functional molecular co-crystal



A solid form landscape



Impact of Hydrogen Bonding on lattice stability
-The Ritonavir story
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Structural Informatics



Predicting unlikely interactions



Characteristics that influence stability



The CSD software



CSD-Materials overview
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Motifs
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Searching for motifs



Crystal Packing Feature Search
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Searching for packing features



Crystal Packing Similarity
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Searching for packing similarity



Hydrate Analyser
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Using the Hydrate Analyser



Solvate Analyser
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Using the Solvate Analyser



CSD Conformer Generator
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Generating conformers



Molecular complementarity co-former 
screening
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Performing molecular complementarity



Hydrogen Bond Propensity
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Calculating a Hydrogen Bond Propensity



Aromatics Analyser 
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Using the Aromatics Analyser



Full Interaction Maps (FIMs)
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Understanding intermolecular interactions



Combining plots into Full Interaction Maps
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Predicting intermolecular interaction 
geometries
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Creating a FIM



Creating a hotspot
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Explore More: More advanced uses

•

•



Generate FIMs for selected atoms

•

•

•
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Change the colour of probes



Access FIMs through CSD-Discovery



Save FIMs



Visualise FIMs in Hermes



Programmatic access to FIMs in our API

ccdc.interaction.InteractionMapAnalysis



Using FIMs to help develop new forms



Get a certificate and help us improve

Do you want to earn a 
completion certificate for this 
session?

•

How did it go today? 

What do you want to learn 
next?

•



Want to explore more? 

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

