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A10B7_0C68_64 12g_adef-001
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Prototype NijgZr,

AFLOW prototype label A10B7.0C68_64_f2g_adef-001
ICSD 240191

CCDC 1710940

Pearson symbol 0C68

Space group number 64

Space group symbol Cmce

AFLOW prototype command aflow —-proto=A10B7_oC68_64_f2g_adef-001
—~params=a, b/CL, C/ay T2,Y3,Y4,24,Y5,25,T6, Y6, 26, L7, Y7, 27

Other compounds with this structure
Hf7Nig
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e (Kirkpatrick, 1962) originally placed this structure in space group Aba2 #41, and early structure compilations such as
(Pearson, 1967) quote this structure. (Joubert, 1977) showed that the structure has an inversion site and placed the
system in space group C'mca #64.

Base-centered Orthorhombic primitive vectors

a31 0
a; = %afc - %by
as = %a}“{ + %by
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Zr 1
B, = %al—k%ag—i—%ag = %afi—i—%ci (4a) 7Zr 1
B3 = Toaj] + xo as = axrg b'e (Sd) Zr 11
B, = - (1’2 - %) a; — (1’2 — %) a+ = —a (:z:2 - %) X+ %ci (8d) Zr 11
283
B; = —Xoa; — Xg As = —axe X (8d) Zr 11
Bg = ($2+%) a1+($2+%) ag—‘r%a?, = (l(l‘g—F%) i—i—%ci (8d) Zr 11
B, = - (y3 - %) all+ (y3 + i) a+ = iafc +bysy + %ci (8e) Zr 111
133
Bs = (ys+1)ai—(y3s—3) ax+3as = FaR —bysy + 2c2 (8e) Zr 11
By = (yg + %) a; — (y3 - %) as + %33 = %af( —bysy + %Ci (86) Zr 111
BlO = — (y3 — %) a11+ (yg —+ %) ao “+ = %af( + by3 }7 =+ %Ci (86) ZI‘ III
133
Bi1 = —ysa; +ygas + z4a3 = bys v +cza 2 (8f) Nil
B2 = (yat+3)ar— (ya—3) a2 + = sax —bysg+c(za+3) 2 (8f) Nil
(Z4 + %) as
Bz = —(y4f%) a1+(y4+%) as — = %af(+by4yfc(z ,%)2 (8f) Nil
(24— 3) as
By = Ysar — Ygaz — z4a3 = —bys ¥ —cz4 2 (8f) Nil
B = —ys a1 + ys as + 25 ag = bys ¥ + cz5 2 (8f) Zr IV
B16 = (y5—|—%) a; — (y5—%) az + = %af{—byg)y—i—c(zg—l—%) Z (Sf) Zr IV
(25 + 3) as
Bir = —(ys—YHa+(ys+i)a- = lax+bysy —c(25—3) 2 (8f) Zr IV
(25— 3) as
Bis = Ysay — Ysaz — 25 a3 = —bys ¥y — cz5 2 (8f) Zr IV
Big = (x6 —ys) a1 + (x5 + ys) a2 + = argX + bysy + czg Z (16g) Ni II
26 A3
B20 = (7$6+y6+%) a; — = —a (33'67 %) )A(*byﬁy‘FC(Zﬁ‘l’%) Z (16g) Ni II

($6+y6*%) 32+(26+%) as



B2 = — (w6 +ys — 5) a1 + = —a(z6—5) X+bye§ —c (26— 3) 2 (16g) Ni Il
(ro ) (o ) a

B = (6 +yo) a1 + (6 — ys) Az — = axeX —bys ¥y — cze 2 (16g) Ni II
Zg As
Bas = —(26—ys) a1 — (x6+ys) aa — = —areX —bys§ — cz6 Z (16g) NIl
Z6 a3
Bay = (z6 —ys + 3) a1 + = alre+3) X+byey —c (26— 3) 2 (16g) Ni II
(oo v ) 22— (s )
Bos = (m6+y6—|—%) a; + = a(x6+%)§(_by6y+c(z6+%) Z (16g) Ni Il
($6_y6+%) a2+(26+%) ag
Bs = —(z6+ys) a1 —(v6—ys) a2+ = —argX +byc ¥ + cz62 (16g) Ni II
Z6 a3
By = (x7 —y7) a1 + (z7 +y7) az + = axr7 X+ by ¥ + c27 (16g) Ni III
Z7as
Bas = (—z7+yr+3) a1 — = —a(r7—5) X—byry+c(er+3) 2 (16g) Ni III
(x7+y7— %) as + (Z7+%) ag
Bay = —(zr+yr— 1) ar + = —a(zr— L) x+byry—c(zr—3) 2 (16g) Ni I
(<or+ur+4) aa— (o~ 1) 2
Bso = (x7 +y7) a1 + (z7 — y7) ag — = ax7X —by: ¥y — cz7 Z (16g) Ni III
Z7as
B3, = — (337 — y7) a; — (3?7 + y7) as — = —azr7X —byr § — czr (16g) Ni IIT
Z7as
B32 — (;U77y7+%) a; + = a(l’7+%) )A{+by7yfc(27* %) 7 (].Gg) Ni IIT
(27 +yr +3) a2 — (27 — 3) 2
Bys = (rtytdamt = almrd)E-bpyre(xi)a (6 NI
(27 —yr+3) az+ (27 + 3) a3
Bss = —(z7+yr)ar—(z7—yr) ax+ = —ar7 X +byr § +czr 2 (16g) Ni III
Z7 as
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