NbAs Structure:
AB tI8 109 a_a-001

This structure originally had the label AB_tI8_109_a_a. Calls to that address will be redirected here.
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Prototype AsNb

AFLOW prototype label AB_tI8.109_a_a-001
ICSD 16585

Pearson symbol tI8

Space group number 109

Space group symbol I41md

AFLOW prototype command aflow --proto=AB_tI8_109_a_a-001
--params=a, c/a, z1, 22

Other compounds with this structure
TaAs, 5-TaP, -NbP

e Space group I4ymd #109 allows an arbitary placement of the z-axis origin. Here we chose to place a niobium atom at
the origin.

Body-centered Tetragonal primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = z1a; + 21 a9 = cz1 2 (4a) As1
B = (n+2)a+(zi+3)at+ia; = lag+c(zai+3)2 (4a) As1
B; = 29 a1 + 29 Ay = 20 Z (4a) Nb I
By, = (Zg—f—%) al—&—(zg—l—i) ag—i—%ag = %ay—l—c(zg—&—%)i (4a) Nb I
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