Complex chemistry & realistic systems...

. require large systems, long timescales and quantification of uncertainty
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General-purpose machine learning potential for silicon

Gaussian Approximation Potential (GAP) framework — data-driven Gaussian Process model,
trained from DFT data via SOAP representation of atomic environments
(~2.5k configs, ~170k atomic enviroments, sparsified to 9k)
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g = Ll 2 Posterior variance (over an effective ensemble
K(Ri, Rj) = / dR / drp;(r)p;(Rr) of potentials trained on same data) is analytic:
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Uncertainty Quantification for the Silicon GAP model
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Gaussian Approximation Potential (GAP) for silicon — data-driven model, with

per-atom predicted errors from variance of posterior probability distribution
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