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1): Generalized Neural-Network Representation of High-Dimensional Potential-Energy

Surfaces Accelerating crystal structure prediction by machine-learning interatomic potentials
Jorg Behler and Michele Parrinello with active learning
Phys. Rev. Lett. 98, 146401 — Published 2 April 2007 Phys. Rev. B 99, 064114 — Published 27 February 2019

https://journals.aps.o rl/abstract/10.1103/PhysRevLett.98.146401
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Role of hydrogen-doping for compensating oxygen-defect in non-
stoichiometric amorphous In203-x: Modeling with a machine-
090 learning potential
J. Appl. Phys. 134, 115105 (2023)
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Accelerating first-principles estimation of thermal conductivity by machine-learning
interatomic potentials: A MTP/ShengBTE solution
1000

Computer Physics Communications Volume 258, January 2021, 107583

Atomic cluster expansion force field based thermal property material design with

density functional theory level accuracy in non-equilibrium molecular dynamics
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year arXiv:2309.11026
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