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organic/inorganic Interface issues
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Machine Learning Interatomic Potential (MLIP) is garnered attention to implement molecular
dynamics simulations with both quantum mechanical accuracy and practical scalability. This project
aims to address organic/inorganic interface issues by retraining MLIP which enables them to simulate
complex materials. To obtain variety of training data including unstable structures, sampling by
utilizing a foundation model and reinforcement of the MLIP modes is automated
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