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(57) Abstract: A method for describing the crystal structure of a material and an application thereof, comprising taking atoms and/or
structural motifs in a crystal structure as points; taking connections between the atoms and/or structural motifs as edges; and using the
points, the edges, and interrelationships between the points and the edges to describe connection relationships between the atoms and/or
structural motifs in the crystal structure, thus achieving the description of the crystal structure. The creative use of points and edges to
describe the crystal structure of the material may store a large amount of tedious point and line connection information by means of
computer languages, which is convenient for computer operations. Conveniently and quickly constructing the atom and crystal structure
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of the physical world into a computer language may directly utilize existing algorithms in the computer field to compare, analyze and
calculate the properties of materials, may process crystal structures in large-scale batches, and lays a foundation for the construction
of material databases and the computer analysis of material properties.
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