
Searching and analysing 
metal-organic structures
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Inside the Cambridge Structural Database
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Supporting research globally
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Exploring the CSD
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What is a MOF?
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1. S. R. Batten et al. Pure Appl. Chem., 2013, 85, 1715–1724 10.1351/PAC-REC-12-11-20; 2. S.R.Batten et 
al.CrystEngComm, 2012, 14, 3001-3004 10.1039/C2CE06488J; 3. http://www.iza-online.org/MOF/



MOF and metal-organic trivia
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Using the CSD to explore metal-coordinations
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Industrial applications
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The CSD Portfolio



Search, visualisation and analysis
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CSD-Core: Search



What is ConQuest?
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Beware…



ConQuest features



Show One: Searching metal-organics



ConQuest – Searching and menu options



Filters
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ConQuest – Author and journal search





From CSD entry to data and back
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ConQuest – Compound name search



Oxidation states
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ConQuest – Elements search



ConQuest – Formula search



Other searches



ConQuest – more text/numeric searches



Storing and searching



Combining queries and managing hitlists



Draw



ConQuest – Draw/Structure search



ConQuest – Draw/Structure search



Some useful CCDC drawing conventions
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Substructure found





3D searching





Data analysis



CSD subsets – targeted datasets



CSD MOF subset creation – Draw Queries



Using the subsets 
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Mercury – Structure visualisation 
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Show One: Visualisation tips and tricks for 
metal-organic structures



The basics
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Polymeric bonds representations



Changing display - Style



Polyhedral display
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Polymer Expansion

Sub unit



Polymer Expansion

Whole unit 



Polymer Expansion



Polymer Expansion



What about editing polymers?

Reminder: 

Reminder: 



Exploring voids



Analysing MOFs
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CSD MOF Collection
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CSD MOF Collection
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CSD Python API
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What have we learnt?
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Want to explore more? 

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


More opportunity to learn during the IUCr
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More chance to interact with us
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