
Mining Crystallographic 
Databases using CSD-
CrossMiner
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Structural databases



The CSD Portfolio



CSD-CrossMiner
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What can you do with
CSD-CrossMiner?



Understand protein-ligand interactions.



Understand protein-ligand interactions.
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Understand protein-ligand interactions.
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Generate new ideas.

planar ring
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Generate new ideas.
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How does it work?



Look at the features.
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Look at the features.
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Look at the features.
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Build the pharmacophore query.



Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Build the pharmacophore query.
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Run the search



Show One: CSD-CrossMiner Interface



The 3D window basics
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The 3D window basics – Right Click



Show One: CSD-CrossMiner Menus



Show One: CSD-CrossMiner Menus



Show One: CSD-CrossMiner Menus



Show One: CSD-CrossMiner Menus



Show One: CSD-CrossMiner Interface



Show One: CSD-CrossMiner Demo
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Show One: CSD-CrossMiner Demo
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What else can you explore in CSD-CrossMiner?

Planar ring

H-bond 
acceptor

Exit vector

ADAJOF in the CSD RENPOS in the CSD 

Protein Nucleic acid

Ligand



CSD-Discovery overview

CSD-Discovery.



Drug Discovery Pipeline



Want to explore more? 

https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/
https://www.ccdc.cam.ac.uk/Community/educationalresources/ccdc-videos/
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How did it go today?


