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Aimsgb: An Algorithm and Open-Source Python Library to Generate Grain Boundary Structures
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e Enable high-throughput investigation and design of
novel materials interfaces

e A critical component of the Materials Genome
Initiative, along with the existing research efforts for
bulk materials

e Educate and train next-generation workforce for
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A reference for the usage of aimsGB software is:

Jianli Cheng, Jian Luo, and Kesong Yang, Aimsgb: An Algorithm and Open-Source Python Library to Generate Periodic Grain Boundary Structures, Comput. Mater. Sci., 155, 92-103, (2018). DOI:10.1016/j.commatsci.2018.08.02:
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