Z1r'Tes Structure:
AbB_0C24_63_c2f_ ¢-001

This structure originally had the label A6B_oC24 _63_c2f_c. Calls to that address will be redirected here.
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Prototype TesZr
AFLOW prototype label A5B_0C24_63_c2f_c-001
ICSD 85506
Pearson symbol 0C24
Space group number 63
Space group symbol Cmem

AFLOW prototype command  aflow --proto=A5B_oC24_63_c2f_c-001
~-params=a, b/a’ C/a7 Y1,Y2, Y3, 23, Y4, 24

Other compounds with this structure
HfTe5

e We use the data taken at room temperature.
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Base-centered Orthorhombic primitive vectors

a3 = %afc — %by
az = zaX+3by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yra; +y1as + 5 as = by § + ez (4¢) Te I
B = yra; —y1az + 5 ag = —by § + 3cz (4c) Te I
Bs = —yoar +y2a2 + § a3 = by § + ¢z (4c) Zr 1
By = y2a1 — Y23 + 5 ag = —bys § + 3c2 (4c) Zr 1
Bs = —ysa; +ysaz +23a3 = bys ¥ + cz3 2 (8f) Te II
Bs = Yyzap —yzag + (Zs + %) as = —bysy +c (23 + %) z (8f) Te IT
B = —ysa, +ysax — (23 — 3) as = bysy —c (23— 3) 2 (8f) Te II
Bs = Yyzap —ysaz — z3as = —bysy — cz3 2 (8f) Te II
By = —ysa1 +ysaz +z1a3 = bys § + cza 2 (8f) Te III
Bio = yaay —ysaz + (21 + 3) as = —bysy+c(za+i) 2 (8f) Te III
Bii = —ysaityay—(u—3)a; = bys§ —c (24— 3) 2 (8f) Te 111
Bz = Ysaa1 —Ysaz — 2483 = —bysy — cz4 Z (8f) Te 111
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