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Search interface
• COD is open access, so anyone can 

use it without any licence fees

• Open a web browser and go to 
http://www.crystallography.net/

• Click Search

• The search interface is not that
fancy, but basic queries are easy

• Let’s start with NaCl

• 1 to 8 elements: Na Cl

• number of distinct elements
min and max: 2 2

• Without this setting, you will
get structures including Na and 
Cl, but not excluding other
elements. For example NaClO3.

• Click Send
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http://www.crystallography.net/


Search results

• You will get the search results in the format below

– In the case of NaCl, there are 34 structures in the database

• You can save the structure as a CIF file by clicking the CIF link of the structure

• You can view the details of the database entry by clicking the COD ID link
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Quick visualization

• Click the first resulting COD ID 1000041

• The page includes a quick visualization
implemented using JSmol

• Right-click for menu if you want to change 
settings (e.g. Symmetry -> Reload {1 1 1})

• A download link to the CIF file is also available
(Coordinates 1000041.cif).

• You can also load COD structures directly to 
Jmol without downloading the CIF

– Details in Jmol instructions (link)

• Note: Please don’t click ”Display in Jmol” in 
COD: this will try to open the structure in a 
Jmol Java applet inside the browser. It most 
probably won’t work. 
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https://mycourses.aalto.fi/course/view.php?id=20424&section=4


Structure parameters

• For every database entry, COD shows the bibliographic information and other key
information in a table below the quick visualization
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Advanced COD topics
(starting from Lecture 7)



Powder pattern matching with 
Crystallography Open Database

• COD (http://www.crystallography.net/cod/) has a large set of crystal structures

• Powder patterns have been simulated for all structures and collected into a 
database that can be used for pattern matching and phase identification

• Has been integrated in some commercial programs (Rigaku, PANalytical, Match!)  
and with free QualX2 program (http://www.ba.ic.cnr.it/softwareic/qualx/) 

• Web search available at http://cod.iutcaen.unicaen.fr/

– Try with ZnO (data in Materials -> Data files for lectures -> Lecture 07
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Click to get the database entry
Set to inorganic!

Choose elements

Limit to 4 or less

Try medium first, then high
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