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Prototype As3Nby

AFLOW prototype label A3B4_0C56_63_2¢2f_ac3f-001
ICSD 15032

Pearson symbol 0C56

Space group number 63

Space group symbol Cmem

AFLOW prototype command aflow --proto=A3B4_oC56_63_2c2f_ac3f-001
--params=a, b/a, c/a, Y2, Y3, Y4, Ys; 25, Y6, 26, Y7, 27, Y8, 28, Y9, 29

Base-centered Orthorhombic primitive vectors
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a; = lax—1lby
az =— %afc + %by s
ag = cZ ¥
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Nb I
B, = a3 = lez (4a) Nb I
B; = —Y2a; + y2a2 + i ag = by ¥ + ici (4¢) As1
B, = yaa1 —y2a3 + 5 ag = —bys § + 3c2 (4c) As1
Bs = —ysa; +ysap + § ag = bys§ + ¢z (4c) As II
B = ysay —ysas + 5 ag = —bysy + 3c2 (4¢) As1I
Br = —ysa; + ys a3 + § as = bys§ + Lez (4c) Nb II
Bs yaay —ysas + 5 ag —bys § + 3c2 (4c) Nb II
By —Ysar +ysaz + z5a3 bys § + cz5 2 (8f) As 11
Bio ysay —ysaz + (25 + 3) as —bys ¥ +c(25+ 1) 2 (8f) As 11
B —ysay +ysax — (25 — 3) as bysy —c (25 — 3) 2 (8f) As TIT
B2 Ysa — Ys ag — 25 as —bysy — cz5 2 (8f) As T11
Bis —Ys a1 + yYsaz + 26 as bys ¥ + cz6 Z (8f) As IV
Bis Yoar —ysas + (26 + 1) as —bye§ +c(26+ 1) 2 (8f) As IV
Bis —ysay +ysaz — (2 — 3) as byey —c (26 — 3) 2 (8f) As IV
Bie Yo a1 — Yo a2 — 26 A3 —bys § — cz6 Z (8f) As IV
Bir —yra; +yraz +zras by: ¥ + czr 2 (8f) Nb III
Bis yra; — yrag + (27 + %) as —byry +c¢ (27 + %) Z (8f) Nb III
B —yray +yrax — (27 — 3) as byry —c(2r — 3) 2 (8f) Nb III
B2o yrar —yraz — z7ag —byr § —czr 2 (8f) Nb III
B2 —ys a1+ Ysaz + zs as bys § + c2s 2 (8f) Nb IV
Ba: ysay —ysas + (25 + 3) as —bys§ +c(s+1) 2 (8f) Nb IV
B2s —ysay +ysax — (28 — 3) as bysy —c (28 — 3) 2 (8f) Nb IV
B4 Ysar — ysaz — 2z as —bys § — czs Z (8f) Nb IV
Bas —Yoai +Ygaz + 29 a3 byo ¥ + cz9 Z (8f) Nb V
B2 Yoar —yoaz + (2o + 3) as —byo§ +c(z0+1) 2 (8f) NbV
B27 —yoay +yoaz — (2o — 3) as byo§ —c (20— 1) 2 (8f) Nb V
Bas Yoar — ygaz — 2o a3 —bye ¥ — cz9 Z (8f) Nb V
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