ZNoo/Zr Structure:
A22B _cF184 227 cdfg_a-001

This structure previously used the label(s) A22B_cF184_227_cdfg_a. Calls to these addresses will be redirected here.
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Prototype IngoZr

AFLOW prototype label A22B_cF184_227 _cdfg_a-001
ICSD 106238

CCDC 1664079

Pearson symbol cF184

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —-proto=A22B_cF184_227_cdfg_a-001
--params=a, L4, Ts, 25
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Other compounds with this structure
BGQQMO, BGQQRG, BQQQW, ZHQQHf, AllgcrgMgg, Ce(TiAllo)Q, Dy(Rth’llo)Q, U(VAllo)g, Y(RUZH10)2

e (Samson, 1961) gives the atomic coordinates in terms of setting 1 of space group Fddm #227. We have shifted this to the
standard setting 2, where the inversion site of the lattice is at the origin.

e Samson also suggests that the “Znq4Zr” structure is created when zirconium atoms replace some of the zinc atoms on the
(16¢) site [the (16d) site in Samson’s orientation].

e This structure can be derived from the Mg3CryAl g structurel

Face-centered Cubic primitive vectors

a; = iay+jaz
az = %a}“{ + %ai
ag = %afc + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—i—éag—i-éag = %ai—l—%ay—i—%ai (8a) 7Zr 1
B, = §a1+§ag+§a3 = %achr%aer%ai (8a) Zr 1
B = 0 = 0 (16¢) Zn1
By, = %ag = iaf{—&— iay (16¢) Zn I
B; = 1 ay = 1aX+ a2 (16¢) Znl
B = 1a = 10y + taz (16¢) Zn 1
B, = %al—i—%az—i—%ag = %ai—k%ay—f—%ai (16d) Zn 11
Bs = sa;+3ap = jaX+ a9 + a2 (16d) Zn 11
By = la;+1lag = jaX+ 309 + jaz (16d) Zn 11
Bio = %ag + %ag = %a)‘c + %ay + %ai (16d) Zn 11
Bi: — (x4 — i) a; +r4a0 + 1483 = axs X + %ay + %ai (48f) Zm 111
Bz = mga;—(24— ) ax— (14— = —a(zs—3) X+ 3ay + gaz (48f) Zn 111
Bz = T4a] — (3: - %) a; + x4 a3 = %afc +axy,y + %ai (48f) Zn II1
By = - (x4 - %) a; +x4ay — = %ax —a (IE4 — i) v+ %ai (48f) Zn 111
(wa— 1) a3
Bis = zga; +zga; — (z4— 1) a3 = taX+ tay +arsz (48f) Zn III
Big = —(ma—3a—(ra—7)a+ = tax+gay—a(zs— ) 2 (48f) Zn 111
T4as3
Bz = (:v4 + %) a;—14 a2+(m4 + %) ag = %afc +a (IE4 + %) v+ %ai (48f) Zn 111
Bis = —x4a; + (x4 + %) as — T4 a3 = %a& —aryy + %ai (48f) Zn 111
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