
Visualising structures using 
Mercury
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The CSD software 



Mercury – Structure visualisation 
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Mercury – first launched in 2001



Structure visualisation
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Show One: Mercury Demo



The basics
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Using your own file
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Moving and rotating on the plane



Right mouse click



Changing display - Style



Thermal Ellipsoids
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Manage Styles

•



Changing display - colours



Changing display - colours



Changing background colour





Other display options



Generating high quality images
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Previewing and rendering an image



Display - Options





Explore More: A selection of our Top Tips 
for Mercury

•

•

•



Selection



Visualising hydrogen bonds





Building the H-bond network



Colour H-bonds by distance



Bonus: Graph Sets



Adding, moving and sizing labels



Labelling chiral molecules



Symmetry









Calculating centroids



Calculating and visualising planes



Molecule overlay



Structure overlay



Empty space visualisation



3D printing

P. A. Wood, A. A. Sarjeant, et al., CrystEngComm, 2017, 19, 690-698



What else can you explore in Mercury?



Want to explore more?

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

