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In this report, we discuss band gap calculations of a 40-atom yttria (Y203) crystal within the GoWo
approximation and the parallelization efficiency of those calculations. The calculated band gap is
confirmed to be improved by the approximation. When four hundred bands are used, a linear decrease
in the total calculation time is observed for parallelization with up to 36 cores (3 nodes). This improved

efficiency is important for larger systems.
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