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Abstract

Recent years have seen an explosion in the use of data-driven tools in atomic simulation, following broader
trends across computational science. Current efforts have focused on interpolating some approximate elec-
tronic structure method; I will discuss how these same tools can be used to quantify model form uncertain-
ties[1], learn from experimental data sources[2], harness adjoint methods familiar to e.g. FEM[3] and provide
new strategies to extend simulation timescales[4]. Applications specific to fusion materials science and trans-
ferability to general modelling objectives will be discussed.
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