bp

International
Centre for
Advanced

1y Materials

UNIVERSITY OF
CAMBRIDGE

GAP-models for small molecules

Eszter Székely, Gabor Csanyi
Dept. of Engineering, University of Cambridge

(E-mail: es732(@cam.ac.uk)

J. Pinkston, L. Stern, USGS.

Outline of the project Results
= Comparison of different models on compressed water nonamers
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As shown in Ref. [3] for the water 2B & 3B energies, GAP is comparable with other
w — (K + A/ )_1E ({Rm}) state-of-the-art fitting methods: PIP (permutationally invariant polynomials) and BPNN

(Behler-Parinello neural networks) when fed the same inputs of energy differences.

B Quantum mechanics: CCSD(T)-F12
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Fitting including the forces reduces overfitting kCH ,~H,O interaction terms are not enough accurate yet. /
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