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3. CIF DATA DEFINITION AND CLASSIFICATION
be generated by applying the symmetry operations of the space
group to the representative special position whose coordinates are
included. Although the multiplicity and site symmetry of a given
special position can be calculated if the symmetry operations are
known, the Wyckoff letter cannot be calculated since it is assigned
arbitrarily and is setting-independent.
As with the symmetry operations, it is possible to include the
special positions of more than one space group, each space group
being identiﬁed by _space_group_Wyckoff.sg_id.

The addition of methods in future versions of the DDL will permit the dictionary to include the expressions for calculating each
item from other items in the CIF. Methods will be particularly useful in the symmetry CIF dictionary, since almost all its items can
be calculated from a single item: a symmetry generator name. The
symmetry CIF dictionary is an essential component in the plan to
make the suite of CIF dictionaries a self-contained online compendium of crystallographic knowledge.
It is my pleasure to acknowledge the contributions made by
members of the working group that prepared the dictionary:
Ralf Grosse-Kunstleve, Vojtech Kopsky, Danny Litvin, Gotzon
Madariaga, Mois Aroyo, Uri Shmueli, Ad Thiers and Hans Wondratschek.

3.8.4. Future developments
Version 1.0 of the symmetry CIF dictionary contains only the basic
items needed to deﬁne the properties of the three-dimensional
space groups. It is only the ﬁrst step in the deﬁnition of a more
comprehensive symmetry dictionary. Future versions will deﬁne
items needed to describe the higher-dimensional symmetries that
have recently proved popular for describing modulated structures
and quasicrystals, and items to make it easier for computers to
explore the relationships between a space group and its super- and
subgroups.

Copyright © 2006 International Union of Crystallography

References
Hall, S. R. & Grosse-Kunstleve, R. W. (2001). International tables for
crystallography, Vol. B, Reciprocal space, edited by U. Shmueli, 2nd
ed., Appendix A1.4.2.3. Dordrecht: Kluwer Academic Publishers.
International Tables for Crystallography (2002). Vol. A, Space-group
symmetry, edited by Th. Hahn, 5th ed. Dordrecht: Kluwer Academic
Publishers.

208

references

