NB: This compares the crystal structure (space group, lattice, atom positions). Phonons/dynamics always taken from .ncmat file
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MgD2 sgl136 MagnesiumDeuteride.ncmat

Crystallography Open Database entry 2310000

Crystallography Open Database entry 4124639 with replacement "H is D"
Materials Project entry 23710 with replacement "H is D"
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