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In this talk, I will discuss mapping the inorganic materials that have been reported in the ICSD [1]. This is
important for both Materials Genome Initiative (MGI) [2] approaches to finding new materials and for ade-
quately judging the uncertainty in machine learning approaches to structural determination from diffraction
data.
We use a measure of structure similarity to determine how similar one crystal structure is to another. Given
this similarity measure, we use community detection methods [3] and hierarchal clustering to find families
of structurally similar materials. We demonstrate results from a small sampling of the ICSD. In the future, we
will expand this to cover the entire database.
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