Room Temperature NbTe, Structure:
AB4 tP10_124_a_m-001

This structure originally had the label AB4_tP10_124_a m. Calls to that address will be redirected here.
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Prototype NbTey

AFLOW prototype label AB4_tP10.124_a_m-001

ICSD 43282

Pearson symbol tP10

Space group number 124

Space group symbol P4/mce

AFLOW prototype command aflow —-proto=AB4_tP10_124_a_m-001
--params=a, ¢/a, T2, Y2

Other compounds with this structure
TaTe4

e This is the room-temperature phase of NbTe4,. Above 520°C it transforms into |a non-centrosymmetric structure.

Simple Tetragonal primitive vectors
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a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = % as = ici (2a) Nb I
B, = 3ag = 3c2 (2a) Nb I
B; = Toaj + ys as = axo X +ays y (8m) Te I
B, = —Zoa] — Yo as = —ars X —aysy (8m) Te I
B; = —ygaj + To as = —ays X +axy y (8m) Te I
Bg = Yo a1 — Tg ag = ays X — axsy (8m) Te I
B, = —za; +yoas + 5 as = —azsX+ay: ¥+ iez (8m) Te I
Bsg = Toa; — Yo ag + %ag = axsX —ays y + %Ci (8m) Te I
By = yaai + 28 + 5 a3 = ay2 X + a2 ¥ + cz (8m) Te I
Bio = —yga; — Tpas + % as = —ays X —arsy + %ci (8m) Te I
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