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Prototype HNb

AFLOW prototype label AB oC8 66 a e-001

ICSD 71093

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)

Base-centered Orthorhombic primitive vectors
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4c ẑ (4a) D I

B3 = 1
2 a2 = 1

4a x̂ + 1
4b ŷ (4e) Nb I

B4 = 1
2 a1 + 1

2 a3 = 1
4a x̂− 1

4b ŷ + 1
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