NaZniz (D23) Structure:
AB13.cF112.226_a_bi-001

This structure originally had the label AB13_cF112_226_a_bi. Calls to that address will be redirected here.
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Prototype NaZnis

AFLOW prototype label AB13_cF112.226_a_bi-001
Strukturbericht designation D24

ICSD 105173

Pearson symbol cF112

Space group number 226

Space group symbol Fm3c

AFLOW prototype command aflow —--proto=AB13_cF112_226_a_bi-001
~Tparams=a, ys, 23
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Other compounds with this structure

AmBelg, BaCulg, Baang, CaBelg, Caang, Cdang, CeBelg, CSCdlg, DyBe13, ErBelg, EuBelg, HfBelg,, KCd13, Kang,
LaBelg, LuBelg, MgBelg, 1\IbBel37 NdBe13, PtBe13, PuBe13, Rde13, SCB613, SmBelg, SI‘Belg7 SI‘ZI1137 TbBelg, ThBelg,
TmBelg, UBelg, VBelg, XIBelg7 YbBelg, ZI‘Belg, CGN18.5Si4_5, LaFelg_m_yCoyAlm, LaFelg_m_yCoySim, NdFelg_r_yCOySim

Face-centered Cubic primitive vectors

1. 6.1, 5
a; = §ay—|—§az
az = %a}“ch%aZ

_ 1l 51,5
ag = 3aXx+3zay

Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = jar+ia+tag 10X+ tay + az (8a) Na I

B, = 3a;+3ay+3ag 3a%+3ay+ 2a2 (8a) Na I

B; = 0 0 (8b) Zn 1

B, = laj+lag+lag 30X+ a9 + a2 (8b) Zn 1

B = (ys + 23) a1 — (y3 — 23) az + aysy + az3 z (961) Zn 11
(ys — 23) a3

Be = —(yzs—23)ar+ (ys+23) az — —ay3y + az3 z (961) Zn 11
(ys +23) a3

B = (ys — 23) a1 — (y3 + 23) as + aysy —azsz (961) Zn 11
(ys + 23) a3

Bs = —(ys+z23)a+(ys—z23) ags — —ay3y — az3 z (961) Zn 11
(ys — 23) a3

By = (ys — z3) a1 + (y3 + 23) ag — az3X + ays Z (961) Zn 11
(ys — 23) as

Bio = —(ys+23)a —(y3—23) a2+ azzX —ays z (961) Zn 11
(ys + 23) a3

By = (ys + 2z3) a1 + (y3 — 23) ag — —az3X + ays z (961) Zn 11
(ys + 23) a3

Biz2 = —(y3—23) a1 —(y3+23) az + —azzX —aysz (961) Zn 11
(ys — 23) a3

Bizs = —(ys—23) a1+ (y3—23) az + ay3X +az3y (961) Zn 11
(ys + 23) a3

By = (Y3 + 23) a1 — (y3 + 23) az — —ay3X +az3y (961) Zn 11
(ys3 — 23) a3

Bis = —(ys+23)a+(y3s+23) az+ ay3X —az3y (961) Zn 11
(ys — Zs) ag

Big = (y3 — Z3) a; — (yg — 23) as — —ays X —azs 5’ (961) Zn 11

(y3 + 23) ag



Bir = (y3+23—7) a; + = a(y3+%)ﬁ+%ayfa(z f%)z (961) Zn 11
(y3723+ )az+

(y3+23+l)

Bis = (ys—23+3) ar — = —a(ys—3)X+32ay—a(z—13)2 (961) Zn 11
(ys-i-zs—*)a +
(~ys+23+3) as

Big = (—y3+23+ )al—|— = a(yg—i-%)fc—l—%ay—l—a(z;;—i—%)i (961) Zn 11

(y3+z3+ )a2+
(yg—Z3+%)a
By = (ys+ 23+ %) a1 + = —a(ys—3)X+iay+a(zs+i)z (961) Zn 11
(—ys+23+3) az —
(y3+23—%) ag

By = (—ys+2z3+ %) ar — = lax+a(s+3i)y—a(ys—13) 2 (961) Zn 11
(ys-i-zs—*) ag +
(ys+ 23+ 3) a3

Boe = (ys+23+3) a1+ = tax+a(zs+3)y+alys+3)2 (961) Zn 11

(y3—23+%) ag +
(—ys+ 23+ 3) a3

Bas = —(y3+23—l) a; + = lax—a(s—3)y—a(ys—13) 2 (961) Zn 11
(—ys+ 23+ 3 )a2+
(y3723+ )
Boy = (ys— 23+ 1) a1+ = lax—a(s—3)y+a(ys+3)2 (961) Zn 11
(y3+2’3+ )32—
(3/34—23—%) as
By = (ys — 23+ %) a1+ = a(zs+3)X+a(ys+3)y+3az2 (961) Zn 11
1

By = —(y3+23—%)a1+ = a(z;;—k%)fc—a(y —%)ff—!—%az (961) Zn 11

(-us+ta+iz)a

Bor = (y3+z3+ %) a; — = —a (23 — %) >2+a(y3+ %) v+ %ai (961) Zn 11
(ys+25—3%) ag +
(ys— 23+ %) as

Bos = (—y3 + 23 + %) a; + = —a (z3 — %) X—a (y3 — 5) ¥+ 3502 (961) Zn 11
(ys — 23+ 3) ag —
(ZU3+Z3—%) az
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