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To determine the atomic structure of surface reconstructions, structural models derived from domain
knowledge and intuition have historically been essential. Evolutionary algorithms combined with
density functional theory have proven to be powerful tools for such structure searches if one accepts
the prohibitive cost that comes with a thorough exploration of a potential energy surface. We utilize
state-of-the-art machine learning methods to significantly reduce computational cost and gain access
to more complex structures without sacrificing accuracy.
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