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Prototype NigZr;

AFLOW prototype label A10B7.0C68_64_f2g_adef-001
ICSD 240191

Pearson symbol 0C68

Space group number 64

Space group symbol Cmece

AFLOW prototype command aflow --proto=A10B7_oC68_64_f2g_adef-001
—~params=a, b/a’ C/aa X2,Y3,Y4,24,Ys5, 25, L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
Hf7Ni10

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.
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Base-centered Orthorhombic primitive vectors

a; = %afc — %by
az = %ai + %by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Zr1
B, = %al—f—%ag—i—%ag = %ai—i—%cz (4a) 7r 1
B = Toal + To as = aro X (8d) Zr 11
B, = - (as2 - %) a; — (xQ - %) as + = —a (172 — %) X+ %CZ (8d) Zr 11
383
By = —Iga; — Tgas = —ars X (8d) Zr 11
Bg = (3’524—%) a1+(x2+%) ag—‘r%a?, = a($2—|—%) §c+%ci (Sd) Zr 11
B, = - (y3 - i) a; + (y3 + i) a+ = iafc +bysy + %ci (8e) Zr 111
123
Bsg = (yg + i) a; — (yd — i) ay+ a3 = iafc —bysy + %CZ (8e) Zr 111
By (y3+ %) a; — (y3 - %) ag—l—%ag = %ai—bygy—l— %Ci (86) Zr 111
B10 = — (y3 — %) a; + (y3 + Z) as + = %afc + by3 y + %02 (88) Zr 111
123
By1 = —ysa; +ysas + z4 a3 = bys y +cz4 Z (8f) Nil
B2 = (yat+3)ar— (ya—3) az + = tax—bysg+c(za+3) 2 (8f) Ni I
(24 + %) as
B13 = —(y4—%) a1+(y4—|—%) ag — = %ai+by4§7—c(2 —%)2 (8f) Nil
(24— 3) a3
By = Ysa1 —Ysa — 2483 = —bys ¥y —cza2 (8f) Nil
Bis = —ysaj + ysag + 25 a3 = bys § + cz5 2 (8f) Zr IV
Big = (y;,—i—%) a; — (y()—%) as + = %ai—by5y+c(z5+%) Z (Sf) Zr IV
(Z5 + %) as
Biz = —(ys—YHa+(ys+i)a- = lax+bysy —c(25—3) 2 (8f) Zr IV
(25— 3) as
Bigs = Ysa1 — Ysaz — 25 as = —bys ¥y — cz5 2 (8f) Zr IV
By = (x6 —ys) a1 + (26 + ys) a2 + = argX + bysy + czg Z (16g) Ni II
Zg A3
B20 = (7!E6+y6+%) a; — = —a (SC67 %) )A(—byﬁerc(z(;Jr%) Z (16g) Ni II
(9€6+y6* %) az + (ZﬁJr%) ag
By = —(xG—i—yG = %) a; + = —a (xg— %) i+by6y—c(26— %) Z (16g) Ni II

(<0 30+ 3) 22— (o~ 3) 2o



B22 = (176 + yg) ap —+ (ZL‘G — y6) ag — = ale )A( — by6 y — CZg 2 (16g) Nl II

Zg A3
B23 = — (1'6 — yG) a; — (xg + yﬁ) as — = —axei - byﬁ 5’ — CZg Z (16g) Ni II
26 a3
Boy = (.Tﬁ—y6+%) a; + = a(xe—&—%))‘c—kbyﬁy—c(zf;—%) Z (16g) Ni IT
(-T6+y6+%) as — (36_%) ag
Bas = (z6 +y6 + 3) a1 + = alre+3) X—bye¥ +c(26+3) 2 (16g) Ni II
(a0 = ) 2a+ (s )
Bas = —(25+ys) ai— (26 —ys) a2+ = —argX +bysy + cz6 2 (16g) Ni II
26 a3
By = (x7 —y7) a1 + (x7 + y7) a2 + = ar7X+byr ¥ +c2r2 (16g) Ni IT1
Z7as
Bos = (—x7+y7+%) a; — = —a (5E7— %) }t—by7y+c(27+%) Z (16g) Ni III
(e vn =) an + (ar + 3) a
Bay = —(zr+yr—3) ar+ = —a(ry—3) X+byr§y —c(zr—3) 2 (16g) Ni TII
(—z7+yr+35) a2 — (27 — 3) a3
B30 = (1‘7 + y7) aj —+ (.Z‘7 — y7) ag — = axy )A( — by7 y — Cz7 Z (16g) Ni III
Z7 as
B31 = — (.’1,'7 — y7) a; — (1’7 + y7) as — = —ax75< — by7 5’ — CZ7 i (16g) Nl III
Z7 as
Bs, = (27 —yr +3) at = a(r7+3) X+byry —c(zr—3) 2 (16g) Ni I
(e ) as = (o )
B3z = (z7 +1y7+%) aj + ) = a(zr+3) K—byry+c(er+3) 2 (16g) Ni III
(z7 —y7+35) a2+ (27 + 3) a3
Bsy = —(x7+yr)a—(xr—yr)as+ = —ax7X+by; ¥ +czr 2 (16g) Ni III
27 as
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