NiTiy Structure:
AB2 cF96_227_e_cf-001

This structure previously used the label(s) AB2_cF96_227_e_cf. Calls to these addresses will be redirected here.
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Prototype NiTiy

[AFLOW prototype label AB2_cF96_227_e_cf-001
ICSDI 105420

CCDC 663308

Pearson symbol cF96

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —-proto=AB2_cF96_227_e_cf-001
—--params=a, T3, T3
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Other compounds with this structure
CoHf,, CoTis, CoZry, FeTiy, FeZry, IrHfs, IrSce, IrZry, MnHfs, NbCry, NiSce, OsHfy, PdSco, 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.

Face-centered Cubic primitive vectors

2

a; = %ay + %ai

az = iaX+iaz

ag = sa%X+3iay

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) Til
B, = 1a; = ja%+ a9 (16c) Til
Bs = 3 as = jaX+ a2 (16c) Til
B, = 1a; = 109+ a2 (16c) Til
By = Toay + Toas + Toas = aro X+ arey + axrq z (32e) Nil
Bg = Toay + xpag — (3:62— %) as = —a (.%'2— i) i—a(mg—%) V+arez (32e) Nil
B, = Toa; — (31‘2—%) as + o ag = —a (ch— i) &—Famzy—a(xg— i) Z (32e) Nil
Bs = 7(3@7%) a; + a0 as + xoas = axzifa(:@f%)yfa(@f%)i (32e) Nil
By = —aa;—zpay+ (3z2+1)a; = a(za+3) &+a(za+1)§—azz (32e) Nil
Big = —XToa] — Toas — X Aag = —axoX —ars y — axo Z (32¢) Nil
B = —Toaj + (33:2 + %) ap; — T as = a (x2 + i) X—arsy+a (xz + i) Z (32e) Nil
B2 = (3£E2+%) a; — Tpas — Tpas = 7&562)24’@(5824’%) era(ngri) A (32e) Nil
Bis = —(z3—1)a+z3ax+aza; = arsX+ gay + taz (48f) Ti II
By = x3a;— (xg — %) as— (acg — i) az = —a (333 — i) X+ %ay + %ai (48f) Ti 11
Bis = z3a; — (v3 — ) az + w343 = taX+ar3y + gaz (48f) Ti IT
Bis = —(z3— 1) ai +z380 — = takx—a(zs— 1) g+ 4az (48f) Till
(w5 — 1) a3
Bir = z3a; +xzax — (z3— 1) a3 = faX+ tay +aws2 (48f) Ti IT
Bis = —(m—3)a—(r3—7) a+ = tax+tay—a(zs— ) 2 (48f) Ti II
T3as
By = (:v3+%) a17x3a2+(:173+%) az = %aﬁ+a(z3+%) er%aZ (48f) TiII
By = —x3a; + (.’E3 + %) as — r3as = %ai —arsy + %ai (48f) Ti II
By = —wza; + (v3+ 2) ag + = a(zs+3) %+ 3ay+ 3az (48f) Ti 11
(z3+3) ag



B22 = (Ig + %) a] —Tzag —Izas = 7&.’,83)2 + %ay + %ai (48f) Ti 1T

Bos = —r3a; — r3as + (mg + %) as = %ai{ + %ay —axr3z (48f) Ti II
Boy = (3?3-‘1-%) a1+($3+%) ar—rzag = %af:—i—%ay—i—a(acg—i—%) 2 (48f) Ti II
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