Modeling phase transformations in Mn-rich cathodes with charge-informed

machine-learning interatomic potentials /\m
Peichen Zhong 2 Bowen Deng 2  Shashwat Anand 2 Tara Mishra? Gerbrand Ceder 2 BERKELEY LAB

Department of Materials Science and Engineering, UC Berkeley “Materials Sciences Division, Lawrence Berkeley National Laboratory

Background Cation orderings vs. electrochemistry Structure and charge evolution from charge-informed MD simulations
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e Monte Carlo Simulations were implemented at T = 1273 K to simulate the

cation-disordered structure (including short-range order effect [5]) Delithiation
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