NiNbTes Structure:
ABC2 0P16.28_d_2c_ab2c-001
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Prototype NbNiTe,

AFLOW prototype label ABC2_0P16_28_d_2c_ab2c-001
ICSD 71841

CCDC 632724

Pearson symbol oP16

Space group number 28

Space group symbol Pma2

AFLOW prototype command aflow --proto=ABC2_oP16_28_d_2c_ab2c-001
~Tparams=a, b/a, C/a) 21,22, Y3, 23, Y4, 24, Y5, 25, Y6, 265 L7, Y7, 27

Other compounds with this structure
NiTaTeq

e This is one of the few structures in the Encyclopedia where atoms are on all Wyckoff sites of the space group.
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Simple Orthorhombic primitive vectors

a2
P
a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c21 Z (2a) Te I
B, = l1a;+ 2 a3 = lax+cz 2 (2a) Tel
B; = 1as+ 2 ay = by + i (2b) Te 11
By, = fa;+ias+ 2nay = 1aX+1by + ezl (2b) Te 11
Bs = 1a1+ysas + z3a3 = 10X +bys§ + cz32 (2¢) Ni I
Bs = $a; —y3az + 23 a3 = 3a% —bys§ +czt (2c) Ni I
Br = 1a1+ysa+ 2z a3 = JaR+bys§ + cza 2 (2¢) Ni II
Bs = Sa; —ysa; + 2z a3 = SaX —bys§ + cz 2 (2c) Ni II
By = fa1+ysaz+za3 = 10X +bys§ + cz5 2 (2¢) Te I
Bio = Sa; —ysas + 25 a3 = 34X —bys §+ cz5 2 (2¢) Te I
Bi1 = 181+ yeaz + zg a3 = FaR+bys ¥ + cz6 2 (2¢) Te IV
Bix = Sa; —ysas + z a3 = 3a% —bys ¥ + cz6 2 (2c) Te IV
Bis = T7a; + yrag + 27 ag = ar7 X+ by § + czr Z (4d) Nb 1
Bis = —x7a; —yras + z7ag = —ar7X —byr ¥ +czr 2 (4d) Nb I
Bis = (z7+3) a1 —yras + 27 a3 = a(z7+3) X—byr§ +cari (4d) Nb I
Bie = —(z7—3)ai+yraz+zrag = —a(z7 —3) X+byr§ +czr 2 (4d) Nb I
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