Ti3Cuy Structure:
A4B3.t114.139_2e_ae-00

1

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic

Prototypes: Part 4. In preparation.

@Cu
OTi

CU4T13

Prototype
AFLOW prototype label

https://aflow.org/p/N44F

https://aflow.org/p/A4B3_t114_139_2e_ae-001

I oo o 0 o
boooooooT

100,00

@ O o o0 o o o

a N

C

A4B3_t114.139_2e_ae-001

ICSD 103134

Pearson symbol tI14

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B3_tI14_139_2e_ae-001

--params=a, c/a, 22, 23, 24

e When ¢ =17a,zy, =1/7, 23 = 3/7, and

74 = 2/7 the atoms are on the sites of the bcc lattice.

Body-centered Tetragonal primitive vectors

. a
a; = —1aX+3ay+ici T
a, = %aﬁ—%ay—k%ci
ag = %af(qL%ayf%cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) TiI
B, = Zoay + 29 ap = c20 % (4e) Cul
B; = —Z9a] — 29 Ay = —C20 7 (4e) Cul
B, = z3a) + zzas = cz3Z (4e) Cu Il
Bs = —zza; — z3as = —c23%2 (4e) Cull
Bg = zgay + z4 Qs = Ccz4 7 (de) Ti 11
B; = —z4a; — 24 s = 1 —c24 2 (4e) Ti II
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