NiTiy Structure:
AB2 cF96_227_e_cf-001

This structure originally had the label AB2_cF96_227_e_cf. 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/AVWT,

|https://aflow.org/p/AB2_cF96_227_e_cf-001]

Prototype NiTiy

AFLOW prototype label AB2_cF96_227_e_cf-001
ICSD 105420

Pearson symbol cF96

Space group number 227

Space group symbol Fd3m

AFLOW prototype command  aflow --proto=AB2_cF96_227_e_cf-001
--params=a, Ta, T3

Other compounds with this structure
CoHf,, CoTig, CoZry, FeTiy, FeZry, IrHfs, IrScy, IrZry, MnHfy, NbCra, NiSce, OsHfy, PdSce, PtHfy, RhHf,

e We have used the fact that all vectors of the form (0,+a/2,+a/2), (£a/2,0,+a/2), and (+a/2,£a/2,0) are primitive
vectors of the face-centered cubic lattice to simplify the positions of some atoms in both lattice and Cartesian coordinates.
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Face-centered Cubic primitive vectors

a; = %ay + %ai

as = %af{ + %ai

ag = %afcqt %ay

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) Til
B, 3 as = jaX+jay (16c) Til
Bs — La, = lag+ laz (16¢) Til
B, 1a; = 109+ a2 (16c) Til
By = Toa; + Toag + x5 as = aroX + arey + axrg Z (32e) Nil
Bg = Toay + Toay — (3:52— %) as = —a (362— i) 5(—@(31‘2— %) V+arez (32¢) Nil
B = Toa] — (33@2—%) ap + xrpas = —a (xg— i) &—Famgy—a(xg— i) Z (32e) Nil
Bs = —(3z2—1)a+zay+aray = avsk—a(ze—1)y—a(za—1) 2 (32e) Nil
By = —aa;—zpay+ (3z2+1)a; = a(za+3) &+a(za+13)§—azz (32e) Nil
B = —Tpa] — Tyay — Tp as = —aroX —axe§y — ars Z (32¢) Nil
By = —Toaj + (31:2 + %) as; — T as = a (ch + %) X—aryy +a (562 + %) Z (32e) Nil
B = (3z24+ 1) a1 —xpas — 2223 = —azsX+a(zo+ i) y+a(za+13)2 (32e) Nil
Bis = —(z3— 1) a1 +z3a, + 233 = ar3X+ tay + taz (48f) Ti Il
Bia = azza;—(z3— %) ax— (23— 1) a3 = —a(z3—3) X+ 3ay+ saz (48f) Ti 11
Bis = T3a; — (:c;;— i) ar + r3as = éai—kaxgy—k éai (48f) TiII
Bis = — (23— %) a1 +xgay — = tax—a(zs— 1) g+ 4az (48f) Ti II
(w5 — 1) as
By = rza; + rzas — (ﬂcg — i) as = éa& + %ay + ax3 Z (48f) Ti 11
Bis = —(m3—3)a—(z3—7)a+ = tax+iay—a(zs—1)2 (48f) Ti 11
T3as
Big = (ng-’-%) al—xgag—i—(:cg—i—%) az = %afc—l—a(:cg—i—%) y—i—%ai (48f) Ti II
By = —x3a; + (xs + %) as — T3 as = %a& —ax3y + %ai (48f) Ti II
By1 = —zza; + (v3+ 2) ag + = a(zs+3) %+ 3ay+ 3az (48f) Ti 11
(w5 +3) as

Boy = (xg + %) a; —rzas — r3as = —ax3 X+ %ay + %aﬁ (48f) TiII
By = —zza; —azas + (z3+ 3) ag = Sax+ 20y — ans2 (48f) Ti Il
Boy = (3734—%) al—l—(xg—i—%) as—Tzag = %aic—i—%ay—i—a(xg—i—%) Z (48f) Ti 11



References

[1] G. A. Yurko, J. W. Barton, and J. G. Parr, The crystal structure of TixNi, Acta Cryst. 12, 909-911 (1959),
doi:10.1107/S0365110X59002559.

Found in

[1] P. Villars and L. Calvert, Pearson’s Handbook of Crystallographic Data for Intermetallic Phases (ASM International, Materials
Park, OH, 1991), 2nd edn.


https://doi.org/10.1107/S0365110X59002559

