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In the crystal structure method, LAQA, energy and atomic forces obtained
from first-principles calculations or empirical interatomic potentials are used to select and
prioritize the optimization of structure candidates that are likely to have lower final energy. This

allows for efficient exploration of stable structures without performing unnecessary optimization
calculations. In this research project, we developed a method that significantly reduces
computational costs by incorporating stress tensors into the scoring. The developed program was
integrated into the crystal structure search software CrySPY and made available on GitHub and PyPI.
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