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Numerical Analysis of the Multiple
Scattering Method for Quantum
Eigenvalue Problems
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The multiple scattering theory (MST),
also called Korringa-Kohn-Rostoker
(KKR) method, i1s widely used In
electronic structure calculations of solid
materials. In the MST method, a perfect
separation  between the  atomic
potentials and configuration geometries
can be achieved. This can be exploited
In  the simulations to reduce the
computational costs for many
large-scale systems, including defected
and disordered systems. This work
studies the MST method by a rigorous
numerical analysis and derives a
spectral convergence rate for the
numerical approximations,  which
justifies the reliability and efficiency of
the MST method.
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