NbyAss Structure:
A3B4_0C56_63_2c2f ac3t-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/J9UY

https://aflow.org/prototype-encyclopedia/A3B4_0C56_63_2c2f_ac3f-001

9

-

e i W e W Y Vi Yo Wi

R e e

IpVirssea Vgl a LB IBOSOT X
: (BS99 O3

Prototype As3Nby

AFLOW prototype label A3B4_0C56_63_2c2f_ac3f-001
ICSD 15032

CCDC 1595817

Pearson symbol 0C56

Space group number 63

Space group symbol Cmcem

AFLOW prototype command aflow --proto=A3B4_oC56_63_2c2f_ac3f-001
—Tparams=a, b/a'v C/Cl, Y2,Y3,Y4, Y5, 25, Y6, 26, Y7, 27, Y85 28, Y9, 29
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Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 0 (4a) Nb I
B 1aj ica (4a) Nb 1
Bs —ysa; + yo as + iag bys ¥ + ici (4c) As1
By Yoai — Yo as + %ag —by ¥ + %ci (4¢) As1
Bs —yza; +ysas + i as bys ¥ + ici (4c) As 11
Bg ysa; — yzas + % as —bysy + %ci (4¢) As 11
B~ —ysa; +ygas + iag bys ¥ + ici (4c) Nb IT
Bs yaas —ysas + 3 ag —bys ¥+ 3c2 (4c) Nb II
By —ys a1 + ys as + 25 as bys y + cz5 Z (8f) As II1
Bio ysar —ysaz + (2 + 3) as —bysy+c(zs+ 1) 2 (8f) As IIT
B11 —ysar +ysas — (25 — ) as bysy —c(z5—3) 2 (8f) As IIT
B2 Ys a1 — Y5 a9 — 25 asg —bys ¥ — cz52 (8f) As 111
Bis —Ys a1 + Ys a2 + 26 a3 bys y + czg Z (8f) As IV
B4 ysar — ysaz + (z + 3) as —bys§ +c(26+ 1) 2 (8f) As IV
Bis —ysa1 +ysaz — (26 — 3) as byey —c (26 — 3) 2 (8f) As IV
Big Y6 a1 — Yg Az — 26 A3 —byey — czg 2 (8f) As 1V
Bi7 —yra; +yras + 27 as by ¥ + czr z (8f) Nb III
Bis yrai —yras + (27 + 3) as —byry+c(zr+31) 2 (8f) Nb III
Bio —yrar +yras — (27 — 3) a3 byr§ —c(zr—3) 2 (8f) Nb III
Boo yray; — yras — 27 as —byr § —cz7 Z (8f) Nb III
B2, —ysa; +ygas + zgas bys y + czs (8f) Nb IV
Ba2 ysay —ysaz + (zs + 3) as —bys§ +c(zs+3) 2 (8f) Nb IV
Bas —ygaj + ygag — (23 — %) as bysy — ¢ (z8 — %) Z (8f) Nb IV
By Ysa] — Yg as — 2g as —bys § — cz8 Z (8f) Nb IV
Bs —1ygai + yg as + zg as bygy + cz9 Z (8f) Nb V
B2 Yoar —yoaz + (zo + 3) as —byo§ +c(z0+ 1) 2 (8f) Nb 'V
Bor —ygaj + ygag — (zg - %) as byey — ¢ (Zg - %) Z (8f) Nb V
Bas Yo a1 — Yo az — 29 a3 —byg ¥ — cz9 Z (8f) Nb V
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