Characterization of Structure Typesby L attice Complexeswith I ncreased
Self-Coor dination Numbers

Jirgen Hauck and Klaus Mika
Institut fur Festlorperforschung, Forschungszentruatich, D-52425 dlich, Germany
Reprint requests to Dr. K. Mika. Fax: 49-2461-612280. E-mail: k. mika@fz-juelich.de

Z. Naturforsch61b, 983 —994 (2006); received March 8, 2006

Most of the 402 characteristic Wyckoff positions were analyzed for the numbers 1e8&; 8f
lattice complexes with increased self-coordination numBeds thei = 1—-3 shells. The Wyckoff
letters of standardized inorganic structures with the proper space group number get an additional
number 1, 2, 3gtc, if the x, y, z ¢/a, cosy, etc. parameters are close to the parameters of these
lattice complexes. The lattice complexes 1, 2ef8, or combinations of several of these complexes
are sphere, layer or rod packings. The plate- or needle-like habit of single crystals can frequently be
correlated with layered or rod-like packings. Combinations of lattice complexes can be analyzed for
attractive or repulsive interactions by structure maps.

Key words: Wyckoff Sequence, Characteristic Lattice Complexes, Crystal Habit, Sphere Packings,
Structure Map



