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Abstract - . . - - . | | |
The possibility of combining multiple atomistic models within one single simulation allows one to achieve

elaborate computational workflows. Here, we demonstrate the use of a multi-model approach, as implemented in the atomistic simulation platform
QuantumATKU to investigate Li-ion diffusion in cathode materials. Such multi-model approach is used to study diffusion processes including temperature
effects by performing classical molecular dynamics (MD) simulations - in the presence of an external electric field, in which the time-dependent fluctuation of
the atomic charges is described by density functional theory (DFT) calculations. The combination of Brownian motion and displacement field resulting from the
voltage difference applied between the anode and the cathode has seldom been considered in atomistic simulations'® and normally such atomistic simulations
consider only one of the two components in the diffusivity of ionic species.
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modeling. It combines the power of a (Python) scripting engine,
with the ease-of-use provided by an intuitive GUI.

QuantumATK Platform QuantumATK is an integrated software suite for atomic-scale
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