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Prototype NbO

AFLOW prototype label AB cP6 221 c d-001

ICSD 14338

CCDC 1595724

Pearson symbol cP6

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow --proto=AB_cP6_221_c_d-001

--params=a

Other compounds with this structure
NaS, KS

• This is the NaCl (B1) structure with 25% ordered vacancies on both the Na and Cl sites.

• At times we incorrectly referred to this structure as NaO.
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Simple Cubic primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = a ẑ

Basis vectors

Lattice
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Cartesian
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Wyckoff
position

Atom
type

B1 = 1
2 a2 +

1
2 a3 = 1

2a ŷ + 1
2a ẑ (3c) Nb I

B2 = 1
2 a1 +

1
2 a3 = 1

2a x̂+ 1
2a ẑ (3c) Nb I

B3 = 1
2 a1 +

1
2 a2 = 1

2a x̂+ 1
2a ŷ (3c) Nb I

B4 = 1
2 a1 = 1

2a x̂ (3d) O I

B5 = 1
2 a2 = 1

2a ŷ (3d) O I

B6 = 1
2 a3 = 1

2a ẑ (3d) O I
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