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ABSTRACT

The workshop aims at introducing theoreticians as well as experimentalists to the use
of the KKR bandstructure method and its applicability to the calculation of
spectroscopic properties of magnetic solids. A number of lectures will be given to
provide the formal background. During the afternoon sessions the participants will
have the opportunity to familiarise themselves with the Munich SPR-KKR program
package and its user interface XBAND.

SCIENTIFIC SUMMARY

The multiple scattering formalism formulated in the KKR band structure method is the
standard basis for the calculation of spectroscopic properties of solids. Its fully
relativistic version allows dealing with linear and circular magnetic dichroism in
magnetic solids. The Munich SPR-KKR package provides a corresponding
implementation that allows its user to investigate a wide range of systems
(compounds, alloys, films or clusters) as well as a large humber of ground state and
spectroscopic (x-ray absorption, photoemission, x-ray scattering etc.) properties. As it
is fully automatised and supported by a graphical user interface it is well suited to be
used by experimentalists to complement their investigations by corresponding
calculations.

As a matter of fact, our previous hands-on courses were always overbooked and the
number of users of the SPR-KKR package increases continuously.

With the forthcoming workshop we want to publish our next public release of the
SPR-KKR package that will contain several new features. The most important ones
are the full-potential mode for arbitrary lattices, the LDA+U method and the
LSDA+DMFT method. The latter feature will be interesting for investigations of
correlated systems. For that purpose an efficient DMFT-solver based on the FLEX-
scheme will be provided which, in particular, allows performing self consistent
calculations.



MEETING PROGRAM

10" — 12" October 2007
University of Munich, Dept. of Chemistry and Biochemistry

The program will consist of talks during the morning sessions. These will review the
KKR multiple scattering formalism, its application to the calculation of spectroscopic
properties as well as recent developments in electron spectroscopy. The afternoons
will be used for practical exercises introducing the participants to the use of the
graphical user interface XBAND and the Munich SPR-KKR package.

PRELIMINARY LIST OF LECTURERS (to be confirmed)
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H. Ebert, Mlinchen
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R. Zeller, Julich

We expect about 30 participants and about 14 lecturers:
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