B-TiCusz (D0,) Structure:
A3B_oP8.59 ae_b-001

This structure previously used the label(s) A3B_oP8_59_bf_a. Calls to these addresses will be redirected here.

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/CJHD

https://aflow.org/prototype-encyclopedia/A3B_oP8_59_ae_b-001

Prototype CusTi

AFLOW prototype label A3B_oP8.59_ae_b-001
Strukturbericht designation Do,

ICSD 197784

CCDC 1924700

Pearson symbol oP8

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=A3B_oP8_59_ae_b-001
--params=a, b/a,c/a, z1, 22, Y3, 23

Other compounds with this structure
HfAU3, Il’lALl3, MONig, 1\”2)1\]-137 Ol-l\Ithg7 ﬁ—SbCud (I‘I’I‘)7 SbN15 (LT), TaN13 (LT)7 TaPt3, TiAU3, ﬁ—TiCug (LT), ZI‘AUg
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e We have been so far unable to obtain the original reference (Karlsson, 1951), and Pearson does not give the exact atomic
coordinates. Wyckoff positions have been deduced from the structure of CugSbh, which Villars (1991) lists as having the
TiCug structure.

e Atomic positions are set to give the approximate nearest-neighbor distances listed in Pearson.

o (Giessen, 1971) says that the (Karlsson, 1951) structure of 5-TiCus is mistaken. They do find a metastable 5-TiCus
phase which has the same space group and Wyckoff positions, but substantially different lattice constants than the
original determination for 3-TiCus.

e The ICSD entry is from (Karlsson, 1951).

Simple Orthorhombic primitive vectors

aBil_
az2

a; = axXx

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tai+ jas+2as = JoX+3by + ez (22) Cul
B, = S3a;+3a;— 2 a3 = 24X+ 30y —cn 2 (2a) Cul
Bs = 1ai+3as+ 2as = 10X+ 30F + ez 2 (2b) Til
By = Jai+jar—zmay = j0X+ 30y — 2 (2b) Til
Bs = ta; +ysar +z3a3 = 10X+ bys § + 232 (4e) Cull
Bs = a1 — (y3—3) as + 2323 = 10X —b(ys —3) §+ ez (4e) Cull
Br =  fait(pti)a-=may = F0X+b(ys+3) ¥~ cz2 (4e) Cull
Bs = 3a,—ysas —z3a3 = 4% —bysy —cz32 (de) Cull
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