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Prototype HNb

AFLOW prototype label AB oC8 66 a e-001

ICSD 71093

CCDC 1632002

Pearson symbol oC8

Space group number 66

Space group symbol Cccm

AFLOW prototype command aflow --proto=AB_oC8_66_a_e-001

--params=a, b/a, c/a

• The deuterium sites in this structure have 5% vacancies.

• (Somenkov, 1968) do not actually give the lattice constants for this structure. They are inferred from the Nb-H and H-H
distances given for NbH0.85.

• (Somenkov, 1968) described this structure in space group Pnnn #48, but the positions given actually for the
conventional cell of space group Cccm #66. (Cenzual, 1991)

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/087H
https://aflow.org/prototype-encyclopedia/AB_oC8_66_a_e-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=71093&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1632002&DatabaseToSearch=Published


Base-centered Orthorhombic primitive vectors
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a3 = c ẑ

Basis vectors
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