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CSDSymmetry

• Microsoft Access database

• Contains point group and additional 

symmetry information on each residue 

for all entries in the CSD

• Some properties include:

– point group

– space group

– number of atoms

- special positions

- R factor



How have I used CSDSymmetry?

• CSDSymmetry is an excellent resource to 

identify molecules with unique point groups

• Some structures have been incorporated into 

the Symmetry 

Gallery

– over 60 molecules

– 37 point groups

– interactive (Jmol)

– includes DOI and

WebCSD links



How can students use CSDSymmetry?

• With a simple web interface

… students can explore the symmetry 

properties of some very unique 

molecules



Student Assignment

• Find three different molecules with 

“interesting” (to you) symmetry using 

the Cambridge Structural Database

• Report the following

– six-letter reference code

– point group of the molecule

– brief description of the structure and

why you found it interesting



What Did They Find?



Unit Cell Symmetry

• The same concepts 

can be illustrated for 

symmetry elements for 

unit cells
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