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ntroduction
DFT+U and Koopman spectral functionals are some approaches that can correct DF T band structures, key ingredients
for the understanding of electronic properties of materials. Both of them can be computed using Maximally Localized
Wannier Functions (MLWF). In this work we show how the computation of MLWF has been optimized using the SIRIUS
library, which streamlines linear algebra routines of DF T codes.
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