v-Brass (CusZng, D8y) Structure:
AbBB8_cI52 217 _ce_cg-001

This structure originally had the label ABB8_cI52_217_ce_cg. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: [10.1016/j.commatsci.2017.01.017

https://aflow.org/p/AYKC

https://aflow.org/p/A5B8_cI52_217_ce_cg-001

Prototype CusZng

AFLOW prototype label A5B8_cI52_217_ce_cg-001
Strukturbericht designation D8y

Mineral name ~-brass

ICSD 240667

Pearson symbol cI52

Space group number 217

Space group symbol I43m

AFLOW prototype command aflow —-proto=A5B8_cI52_217_ce_cg-001
—~params=a, T1, T2, T3, T4, 24

Other compounds with this structure
Cu,Zni_,, Cu,Cdy_4, FepZny_,



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/AYKC
https://aflow.org/p/A5B8_cI52_217_ce_cg-001

e ~-brass comes in a variety of compositions. See the |[D8;| and D83/ structure pages for more information.

e We use the data from (Gourdon, 2007) for Cus_ ooZns.oo-

occupied.

e (Mizutani, 2010) classifies this as a “I-cell” ~-brass.

At this composition the authors state that the sites are fully

Body-centered Cubic primitive vectors

a; = —%G)A(—I—%CLA—I—%(LZ
az = 1ax—1iay+iaz
ag = 1aX+iay-—iaz I
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2x1 a1 + 2x1 as + 271 a3 = ax1X+ar1y +ax, 2 (8c) Cul
B, = —2z; a3 = —ar1 X —axr1y +axri z (8c) Cul
B; = —2z1 ay = —ar1X+ar1y—ar,z (8c) Cul
B, = —2x1 a1 = axr1X —ar1y —axi 2 (8¢) Cul
By = 219 a1 + 220 as + 219 as = axo X+ axey + axs (8¢) Zn 1
B = —2x9 ag = —azra X —axe ¥ + axg Z (8¢) Zn 1
B = —2%9 Ay = —aro X+ arsy — axs z (8¢) Zn1
Bg = —2x9 a; = axoX —aroy — axo (8¢) Zn 1
By = T3as + T3 as = axszX (12e) Cu Il
Bio = —T3ax — T3as = —ar3X (12¢) Cull
B = r3a; + T3 a3 = arsy (12e) Cull
Bz = —x3a; — T3a3 = —arsy (12e) Cull
Bz = r3a; + T3 as = ax3z (12e) Cu Il
Bis = —T3za; — T3 as = —ar3 Z (12¢) Cull
Bis = (x4 +24) a1 + (x4 + 24) az + = arsX+aryy + azy z (24g) Zn 11
2x4 ag
Bis = —(za—z4)a1—(x4—24) 20— = —aryX —axsy +azy (24g) Zn 11
2x4 a3
Bir (g4 — 24) a1 — (x4 + 24) A2 = —azrs X+ axsy —az4Z (24g) Zn 11
Bis = — (x4 +24) a1 + (x4 — 24) a9 = arsX —aryy — azy (24g) Zn 11
Big = 2z4a1 + (T4 + 24) a2 + = azs X+ axyy + axy (24g) Zn 11
(x4 + 24) a3
By = —2xga; — (g — 24) ag — = azyX —arsy — axy Z (24g) Zn 11
(14 — 24) a3
Bay = (x4 — 24) ag — (x4 + 24) a3 = —az4X —ax sy +axy (24g) Zn II


https://aflow.org/p/A3B10_cI52_229_e_fh-001
https://aflow.org/p/A4B9_cP52_215_ei_3efgi-001

Boy = — (w4 + 24) g + (74 — 24) a3 = —aza X+ aryy —ary (24g) Zn 11

B2s = (4 + 24) a1 + 22489 + = arysX +azyy + axy (24g) Zn 11
(1'4 + Z4) as
B2y = — (74— 24) a1 — 27489 — = —araX + a2y — aryZ (24g) Zn 11
(334 - 24) az
Bos — — (x4 + 24) a1 + (24 — 24) a3 = arsX —az§ —axrs (24g) Zn 11
By — (24 — 24) @y — (24 + 24) a3 = —arsX —az§ +axs 2 (24g) Zn 11
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