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A3B4C3_cI40.220_a_c_b-001
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Prototype AusShyYs

AFLOW prototype label A3B4C3_cl40.220_a_c_b-001
ICSD 957

CCDC 1591174

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, T3

Other compounds with this structure
Ce3Pd3Bi4, CegPthi4, DY3AU3Sb4, Dy3CU3Sb4, EI‘3AU3Sb4, Gd3AL13Sb4, Hngi3Sb4, H03AU3Sb4, La3CU3Bi4, LU3AU3Sb4,
ngAll3Sb4, SIIl3A1138b4, Sm30u38b4, Tb3AU3Sb4, Tb30u38b4, ngAu38b4, U3Ni3Sb4, U3NiAS4
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o (Lu, 2008) describe this as a filled ThyP4 (D73) structure, and, like its parent, there can be considerable disorder on the
transition metal site. This is seen in the U3NiAsy compound, where 2/3 of the nickel (2b) sites are vacant.

Body-centered Cubic primitive vectors

a3\<""2
a3 = —%G)A(—I—%CLA—I—%(LZ
as = %af{—%ay—i-%ai
ag = %achr%ayf%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a1+ 2ay+ 3ag Sax+ jaz (12a) Aul
B, = Sa;+ fay+ 3 as saX+ jaz (12a) Aul
B; = %al-}-%ag—&-%ag) iai—&—%ay (12a) Aul
B, = ta;+2ay+ Lag fax + gay (12a) Aul
By = Sa;+2ay+ ag 109+ 2az (12a) Aul
Be = Ta+ gax+ 2 ag 1Y + gaz (12a) Aul
B, = ia;+tax+ Lag Sax+ tay — taz (12b) YI
Bs = Saj+2ay+ 2a; taX+ay+ taz (12b) Y I
By = Ta;+fax+§as —ja%+3ay+jaz (12b) YI
Bio = Sar+3ay+ 2as 10X+ tay + a2 (12b) Y1
Bi1 = %314-%32-&-&33 %ai—iay—k%ai (12b) Y I
Bi» = Saj+2ay+ 2a; faX+jay + az (12b) Y1
Bis 2x3 a1 + 2x3as + 2r3 as ax3X +axrsy + axrsz (16¢) Sb 1
By = fa; — (223 — 3) a3 —azsXk —a(vs—3) §+avs2 (16¢) Sb 1
Bis = —(223—-3) a2+ a3 —a (w3 —3) X+arsy —aws2 (16¢) Sb 1
Big = 7(29:37 %) a; +%a2 azgfcfaa:gyfa(ng %) Z (16¢) Sb 1
Bir = (2234 1) ai+ (223 + 1) ag + a(zz+g) X+a(es+g) y+a(es+g)z  (16c) Sb 1
(23@3 + %) as
Bis = ia; —2z3a; —a(wz+§)%x—a(zs— 1) y+ (16¢) Sbh 1
a (ch + %) Z
Bis = —2z3a; + 5 ap azs+3i)k—a(zs+3)y—a(zs—1)2 (16¢) Sbh I
By = —2w3ax + %as —a ($3 - i) X+a (553 + i) A (16¢) Sb 1
a (mg + %) Z
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