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Why not a Crystallographic Mark-up Language ?

Since 1991 CIF format (http://www.iucr.org/resources/cif/documentation) has proved to be very useful to crystallographers to exchange their data all over the world. In parallel to its popularization, the XML language and its derivatives (particularly HTML) has become universally adopted, with the huge development of internet.

In view of this evolution the following question arise : why not a Crystallographic Mark-up Language CrysML ? (I don't call it CML because Chemical Mark-up Language already exist).

Despite its quality, CIF have some inconveniences in comparison with XML: the most important is probably that it is not "object oriented", and also that CIF files are not a "well formed" documents. So I was wondering if it is not a good idea to rewrite CIF in XML format in the future.

Below is a first small file quartz.xml (created by hand with a basic vi editor !) : of course it is not a true valid crystallographic file, but just a piece of example to show what a CrysML file would look like . You may open this file in your browser.

One may note that :

-each block of data is delimited by an open <tag> and have a corresponding close </tag>, so a CrysML file seems more "robust" than CIF. A bloc corresponds to an "object" (in the meaning of computer language) and will probably be represented by a "structure" (in C or FORTRAN language) with the same organisation in memory of programs that will read or create CrysML files.

-tag names may be identical to pieces of CIF names and consequently familiar to crystallographers. An exception is for CIF "loop" to be replaced by list of items. I have added an "attribute" named length to indicate the number of items in a list. I know that this is not mandatory but I think that it is a "good practice" because a program reading the file can perform dynamical memory allocation of an array of structures to store the items of the list (and also may verify that the number of items really in the list is equal to the number announced in the attribute).

After quartz.xml is a second file CrisML_schema.xsd, referenced in the first file, containing a very rudimentary and incomplete "XML schema" , to play the role of the CIF dictionary.
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