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Prototype OV8

AFLOW prototype label AB8 tP18 136 a 2fi-001

ICSD 166600

Pearson symbol tP18

Space group number 136

Space group symbol P42/mnm

AFLOW prototype command aflow --proto=AB8_tP18_136_a_2fi-001

--params=a, c/a, x2, x3, x4, y4

• (Villars, 2018) calls this β-V8O, and refers to it as the room-temperature tetragonal structure. They also refer to a
room-temperature triclinic structure.

• This is a supercell of the body-centered cubic (A2) lattice, with periodic interstitial oxygen atoms at the octahedral sites.
In the real structure it is likely that there is considerable relaxation around the oxygen atoms.
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Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) O I

B2 = 1
2 a1 + 1

2 a2 + 1
2 a3 = 1

2a x̂ + 1
2a ŷ + 1

2c ẑ (2a) O I

B3 = x2 a1 + x2 a2 = ax2 x̂ + ax2 ŷ (4f) V I

B4 = −x2 a1 − x2 a2 = −ax2 x̂− ax2 ŷ (4f) V I
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2c ẑ (4f) V I

B7 = x3 a1 + x3 a2 = ax3 x̂ + ax3 ŷ (4f) V II

B8 = −x3 a1 − x3 a2 = −ax3 x̂− ax3 ŷ (4f) V II
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2c ẑ (4f) V II

B11 = x4 a1 + y4 a2 = ax4 x̂ + ay4 ŷ (8i) V III

B12 = −x4 a1 − y4 a2 = −ax4 x̂− ay4 ŷ (8i) V III
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B17 = y4 a1 + x4 a2 = ay4 x̂ + ax4 ŷ (8i) V III

B18 = −y4 a1 − x4 a2 = −ay4 x̂− ax4 ŷ (8i) V III
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