Ni3Ti (D0y4) Structure:
A3B_hP16.194 _gh _ac-001

This structure previously used the label(s) A3B_hP16_194 gh ac. Calls to these addresses will be redirected here.
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Prototype NigTi
[AFLOW prototype label A3B_hP16.194_gh_ac-001
Strukturbericht designation D09y
ICSD 30216
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CCDC 1604588

Pearson symbol hP16
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=A3B_hP16_194_gh_ac-001
--params=a,c/a, x4

Other compounds with this structure
AlgDy, AlgRu, COgTi7 Ni3Ti, Pdng7 Pdng, PdgTh, PdgTi, PngI‘, Ptng, Pthl"

e The internal coordinate x4 was not determined in any reference we could find. We follow (Villars, 2016) and the ICSD
and set ¢4 = —1/6, which places the niobium atoms in line with the Ti atoms in the z = 1/4 and z = 3/4 planes. This is
not required by symmetry, and it is likely that the actual value of 24 will be close, but not equal to, —1/6.
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 = 0 (2a) Til
B, = 1ag = icz (2a) Til
By = laj+2a,+lag = lak+Lay+lez (2c) Ti 11
By = 2a,+La,+ 3ay = lag— Bay + 32 (2c) Ti 11
B - _ lag oy ©) i
By - _ Las + g © N
B, - Loyt Las _ CONNE
Bs = la;+1lag = lag—¥3ay + Lea (6g) Ni I
By = l1as+1a; = jax+ ?ay—i—%ci (6g) Nil
By = faj+iay+iag = lax+ icz (6g) Ni I
By = zqa; +2z580 + Lag = Saxs R+ Laxy g+ tea (6h) Ni IT
B, = —2x4a1 — T4a9 + %ag = f%az@“{ + 73a:v4 v+ %02 (6h) Ni II
Bz = r4a; — Tgas + iag = —V3azsy + ici (6h) Ni II
By = —zga; — 248y + 5 ag = —Sawgk — Bar,§+ 3c2 (6h) Ni II
Bis = 2z4a; + 480 + 3 ag = Savax — LEaxs§+ 3c2 (6h) Ni II
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B16 = —Z4a1 +2T4a2 + %ag = \/§GI45/’ + %Ci (Gh) Ni I
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