
Visualisation and analysis 
in Mercury – Intermediate level
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Inside the Cambridge Structural Database
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The CSD Portfolio



Mercury – Structure visualisation 
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Structure visualisation – Beginners session
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Show One: Mercury Demo



A reminder: The basics
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A reminder: The basics



A reminder: Right mouse click



A reminder: 
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A reminder: Using your own file
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Mercury Menus
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Calculate - Exploring contacts
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A real-life example…

Bauer et al. Pharm. Res., (2001) 859, DOI:10.1039/B910882C



Visualising hydrogen bonds



Visualising hydrogen bonds



Visualising hydrogen bonds



Visualising hydrogen bonds



Colour H-bonds by distance
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Visualising hydrogen bonds



Building the H-bond network



Graph Sets



Finding short contacts



Exploring Molecular Shells



Exploring symmetry 







Calculating centroids



Calculating centroids



Measuring distances between centroids



Calculating planes



Calculating planes



Exploring voids



Exploring voids



Explore More!
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Measurements of bonds, angles, and torsions



Measurements of bonds, angles, and torsions



Measurements of bonds, angles, and torsions



Creating reports



Hydrogen Bonds



Creating a FIMs and HBPs



Centroids, orientations and interactions



Using the Aromatics Analyser


