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<B1> Clusters, fullerenes and nanotubes
- new promising specles in materials science

(Department of Physics, Géteborg University and Chalmers
University of Technology, S-412 96 Goteborg, Sweden)

Arne Rosén, Daniel Ostling and Henrik Grénbeck

Access to techniques to produce and characterize free and deposited clusters,
fullerenes and nanotubes has during the last decades generated several exciting
discoveries. This contribution will give some results from recent electronic structure
calculations of small transition metal clusters, Ce and nanotubes evaluated within
the Local-Density-Functional Method. The calculations have been done using an
LCAO approach except for the nanotubes and nanowires which have been treated
with a new numerical method treating up to ten thousand electrons self-consistently.
The effect of gradient corrections have also been analyzed for the transition metal
clusters.

The optical properties of Cs and metal covered Ce have also been analyzed using a
simplified RPA approach.
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Twenty to thirty years of DV-Xa calculations: A survey
of accuracy and applications

Arne Rosén
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