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Energy Convergence of LSDA Cal cul ations using the Locally
Sel f-consistent Multiple Scattering Method® A B. OPARIN, University of
Tennessee Knoxville, D. M C N CHOLSON, Cak Ri dge National Laboratory - In the
nul tiple scattering approach to solving the Schrodi nger equation
contributions to the electron density at a site can be divided into those
arising fromnultiple scattering paths within a |local interaction zone
surrounding the site and paths involving scattering fromnore di stant atons.
Accurate energies can be obtained if the second category of nultiple
scattering events is approxi nated or even taken to be zero. Convergence
properties of the energy will be conpared for several approximtions to the
di stant scattering. Results for random alloys and i nhonbgeneous nmgnetic
materials will be used to illustrate the approxinmations.
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