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The goal of our work is generating an automated workflow for calculating quasi-particle band gaps within
the so-called GWmethod. The resulting protocol is applied to a large materials dataset of about 100 materials,
from binary to quaternary compounds. Conventional approaches of performing these calculations require sig-
nificant amounts of computational resources and user interaction, inhibiting efficient investigation of large
datasets or high-throughput procedures. To avoid this, we employ a basis set extrapolationmethod for correct-
ing errors arising due to finite energy cut-offs and show that it is possible to design practical workflows, which
can be implemented in existing workflow managers easily and produce high-accuracy data while requiring
minimal user interaction.
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