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Domain Decomposition Method for
Electronic Structure Calculations
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Abstract:

We overview the computational challenges
of electronic structure calculations. We then
present a recently developed domain
decomposition method well adapted to the
specificities of the problem of molecular
simulation.

This is a joint work with E. Cances (ENPC-
INRIA), G BENCTEUX (EDF) and
W. HAGER (Univ. Florida).
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