
CuTi3 (L60) Structure:
AB3 tP4 123 a ce-001
This structure originally had the label AB3 tP4 123 a ce. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-

graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/B4JD

https://aflow.org/p/AB3 tP4 123 a ce-001

Prototype CuTi3

AFLOW prototype label AB3 tP4 123 a ce-001

Strukturbericht designation L60

ICSD 103130

Pearson symbol tP4

Space group number 123

Space group symbol P4/mmm

AFLOW prototype command aflow --proto=AB3_tP4_123_a_ce-001

--params=a, c/a

Other compounds with this structure
AgZr3, AlPu3, BaBi3, α′CdAu3, CuZr3, DyIn3, GaPu3, InPt3, MnAu3, SrPb3, TlPd3

• This is a tetragonal distortion of the L12 (Cu3Au) structure. When c = a the atoms are at the positions of a
face-centered cubic lattice. If we replace the Ti-I atom by Cu, then the system reduces to the L10 (CuAu) structure.
Interestingly, (Massalski, 1986) lists no stable or metastable structures with composition CuTi3. (Byström, 1947) do find
a phase of CdAu3 which they say has this structure.
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Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) Cu I

B2 = 1
2 a1 + 1

2 a2 = 1
2a x̂ + 1

2a ŷ (1c) Ti I

B3 = 1
2 a2 + 1

2 a3 = 1
2a ŷ + 1

2c ẑ (2e) Ti II

B4 = 1
2 a1 + 1

2 a3 = 1
2a x̂ + 1

2c ẑ (2e) Ti II
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