NblrTe, Structure:
ABC4 0oP24 31 2a_2a 8a-001
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Prototype IrNbTey

AFLOW prototype label ABC4_0P24_31_2a_2a_8a-001
ICSD 73690

CCDC 1634457

Pearson symbol oP24

Space group number 31

Space group symbol Pmn2;

AFLOW prototype command aflow --proto=ABC4_oP24_31_2a_2a_8a-001
—-params=a, b/a'7 C/a, Y1, 21, Y2, 22, Y3, 23, Y4, 24, Y5, 25, Y6, 26, Y7, 27, Y8, 28, Y9, 29, Y10, 210,
Y11, 211, Y12, 212
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Other compounds with this structure
NbOsTey, TalrTes, TaOsTes, TaRhTey, TaRuTey

e Space group Pmn2; #31 allows an arbitrary placement of the origin of the z-axis. Here we set z; = 0 for the first iridium
Wyckoff position.

Simple Orthorhombic primitive vectors

$a3

a; = aX

az = by

ag = cz

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = y1az + 21a3 byr1 ¥ + cz1 Z (2a) Ir I
B, = ar—yrax+ (21 +3) as lax—bypg+c(z+3)2 (2a) Ir I
B; = Y2 az + 22 a3 by § + 22 Z (2a) Ir 11
By, = sa;—y2as+ (22 + 3) as tax—byy+c(za+3)2 (2a) Ir 11
Bs = Yysas + 2z as bys ¥ + cz3 2 (2a) Nb I
Be = sar—ysaz+ (23 + 3) ag lax—bysy+c(z+3) 2 (2a) Nb I
B = Ysaz + 24 a3 bys v +cza 2 (2a) Nb II
Bs = sar—ysaz+ (zu+3) as sax—bysg+c(za+3) 2 (2a) Nb II
By = Ysaz + z5 ag bys ¥ + czs5 Z (2a) Te 1
Bio = sar—ysaz+ (25 + 3) ag lax—bysy+c(zs+3) 2 (2a) Te I
B = Yo az + 26 ag bye § + cz6 Z (2a) Te 11
Bz = a1 —ysaz+ (2% + 5) a3 sa%x—bysy +c(z+3) 2 (2a) Te 11
Biz = yrag + zrag byr § + cz7 2 (2a) Te 111
B = sar—yrag+ (27 + 3) ag lax—byrg+c(xn+3)2 (2a) Te II1
Bis = ys az + zg ag bys ¥ + czs Z (2a) Te IV
Bie = sar—ysax+ (s +3) as sa% —bysy+c(zs+3) 2 (2a) Te IV
Bz = Yo ag + zg ag byg ¥ + czo Z (2a) Te V
Bis = sar—yoaz+ (20 + 3) as lax—byyy+c(z0+3) 2 (2a) Te V
Big = Y10 a2 + 210 @3 by ¥ + cz102 (2a) Te VI
By = sa1—yoaz + (210 + 3) as 2ax — by ¥ +c(z10+3) 2 (2a) Te VI
B2y = Y11 a2 + 211 a3 byny +cz11 2 (2a) Te VII
B2z = fa;—yiias+ (211 +3) as lax—byny+c(zn+3) 2 (2a) Te VII
Bas = Y12a2 + 21283 by12y + cz122 (2a) Te VIII



B24 = %al — Y12 a2 + (212 + %) as = %a}‘( - bylgy +c (212 + %) Z (28,) Te VIII
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