
How to analyse molecular 
geometry with Mogul
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The CSD software



CSD-Core – Conformations
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Mogul
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When could we use Mogul?
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Using Mogul to teach chemistry

https://www.ccdc.cam.ac.uk/Community/educationalresources/teaching-modules/

https://www.ccdc.cam.ac.uk/Community/educationalresources/teaching-modules/


Using Mogul to inform key decisions
•

•

•

Robert Docherty et al Journal of Pharmacy and Pharmacology, (2015) 67, 857. doi: 10.1111/jphp.12394. 
Taylor et al. J. Chem. Inf. Model., (2014) 54 (9), 2500. Wood, P. A. et al. CrystEngComm (2013) 15, 65



Characteristics that influence stability



Using Mogul to check new structural data

I.J.Bruno, G.P.Shields, R.Taylor, Acta Cryst. (2011). B67, 333-349 DOI: 10.1107/S0108768111024608



Chemical coverage - the details….
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Show One: Mogul – Launch from Mercury



Mogul Geometry Check



Mogul Geometry Check - Results
Colour code
• Blue not unusual

enough 
data

• Pink not unusual 
few 

data 
• Orange unusual

enough data 

• Brown unusual
few 

data



Mogul Geometry Check - Results



Mogul Geometry Check – Mercury view



Mogul Geometry Check - Results



Mogul Geometry Check – Results



Mogul Geometry Check – Results



Mogul Geometry Check – View structures



Mogul Geometry Check – View structures



Mogul Geometry Check – View structures



Mogul Geometry Check – Mercury view



Mogul Geometry Check – Build query



Mogul Settings



Customise fragment classification



Using Mogul to check a new structure
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Using Mogul to check a new structure



Why use Mogul?

•

•
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Explore More: More advanced uses

•

•

•

•

The session has resumed recording



Using Mogul to assign tautomeric forms



Using Mogul to optimise molecular geometries



Using Mogul in powder diffraction

•

•

•

•

https://doi.org/10.1021/acs.chemrev.9b00155


In Hermes



Creating Mogul reports in Mercury



In the CSD Python API ccdc.conformer.GeometryAnalyser()



More tools to assess your structure in CSD-
Materials in Mercury



Want to explore more? 

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

