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Prototype AusSbsYs3

AFLOW prototype label A3B4C3_cl40.220_a_c_b-001
ICSD 957

Pearson symbol cl40

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow —-proto=A3B4C3_cI40_220_a_c_b-001
--params=a, 3

Other compounds with this structure
Ce3Pd3Bi4, CegPthi4, DY3AU3Sb4, Dy3CU3Sb4, EI‘3AU3Sb4, Gd3All3Sb4, Hnging4, HO3AU3Sb4, La3CU3Bi4, LU3AU3Sb4,
ngAll3Sb4, SIII3A1138b4, Sm30u38b4, Tb3AU3Sb4, TbgCu38b4, ngAu38b4, U3Ning4, U3NiAS4

e (Lu, 2008) describe this as a filled Th3P, (D73) structure, and, like its parent, there can be considerable disorder on the
transition metal site. This is seen in the UsNiAs,y compound, where 2/3 of the nickel (2b) sites are vacant.
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Body-centered Cubic primitive vectors

a; = —%afi—l—%cf—i—%ai
ap = %af{—%ay—i-%ai
ag = 1aX+iay-—1laz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+2ay+32a; = Saxk+ jaz (12a) Aul
B, = 3a;+La)+ta; = tax+ 3az (12a) Aul
B; = Saj+tay+ 2ag = jax+2ay (12a) Au T
B, = ta;+2ay+ Lag = 3ax+ tay (12a) Aul
Bs = Sa;+2ay+1lag = 10y + 2az (12a) Aul
Ba — Tai+bas+ g - Sag + Loz (12)  Aul
B, = ia;+tay+ Lag = Sak+ 309 — jaz (12b) Y1
Bg = 3a;+2ay+ ag = taX+3ay+ taz (12b) Y1
By, = Taj+lay+1ag = —ja%k+2ay+ a2 (12b) YI
Bio Saj+3ay+2ag = j0%+ gay + a2 (12b) Y1
Bix = ta;+tay+ag = ja%k—jay+ a2 (12b) Y1
B = Sa;+2ay+ 2ag = faX+ jay + az (12b) Y1
Bz = 2x3a; + 2x3as + 273 a3 = ar3X +axrz y + arsz (16c) Sb I
By ta; — (223 — 3) a3 = —azsk —a(x3— %) §+axs2 (16c) Sb I
Bis = —(223—3) a2+ 1 a3 = —a (w3 —3) X+arsy —aws2 (16¢) Sb I
Big = —(2z3-3%) ar+1a = arsX —azrsy —a(zs— 3) 2 (16¢) Sb I
Bir = (2o3+3) a4+ (2e3+3) az+ = a(ws+3) X+a(es+1) §+a(zs+3)z  (16¢) Sb I
(23@3 + %) as
Bis = 1a; —2z3a; = —a(wzz+§)%x—a(zs— 1) y+ (16¢) Sb 1
a (ch + %) Z
By = —2z3a; + 5 ap = a(zs+3) %k—a(zs+1)y—a(zs—; (16c) Sb 1
Bao = —2x3a; + 3 ag = —a(rs—3) X+a(zs+3) ¥ - (16¢) Sbl
a (mg + %) Z
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