v-Brass (CusZng, D8y) Structure:
ABB8_cl52 217 _ce_cg-001

This structure previously used the label(s) A5B8_cI52 217 _ce_cg. Calls to these addresses will be redirected here.
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Prototype CusZng

AFLOW prototype label A5B8_cI52_217_ce_cg-001
Strukturbericht designation D8y

Mineral name ~-brass

ICSD 240667

CCDC 1711326

Pearson symbol cl52

Space group number 217

Space group symbol I43m

AFLOW prototype command aflow --proto=A5B8_cI52_217_ce_cg-001
—Tparams=a, T1, T2, X3, T4, 24


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/AYKC
https://aflow.org/prototype-encyclopedia/A5B8_cI52_217_ce_cg-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=240667&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1711326&DatabaseToSearch=Published

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

e 7-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_ goZns.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; =— —%ai—i—%a“—l—%ai
az = jaX—3ay+3a2
ag = jaX+iay-—jaz !
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2z1 a1 + 2x1 as + 221 a3 = ax1X+ar1y +ax, 2 (8¢) Cul
B, = —2x1 a3 = —ar1X—ar1y +ax,z (8¢) Cul
B; = —2z1 ay = —ar1X+axr1y —axi Z (8c) Cul
B, = —271 a; = ariX —ar1y — ary z (8¢) Cul
B = 2x9 a1 + 225 ag + 2129 a3 = axo X+ arey + axro (8¢) Zn 1
Bg = —219 a3 = —axoX —arey + axoZ (8¢) Zn 1
B, = —2x9 ay = —azro X+ axey — axg Z (8¢) Zn 1
Bg = —2x9 ay = are X — arsy — ars Z (8c) Zn 1
By = T3as + T3 a3 = axsz X (12e) Cull
By = —Z3as — T3as = —ax3 X (12e) Cu Il
Bi1 T3a + T3 a3 = ar3y (12e) Cull
Bz = —r3a; — T3as = —ar3y (12e) Cull
Bz = T3a; + T3 a = ax3 Z (12e) Cu Il
B = —r3a; — r3as = —ax3Z (12e) Cu Il
Bis = (xg4+24) a1 + (x4 + 24) a2 + = aryX +aryy + azy (24g) Zn 11
2x4 ag
Big = —(z4—2z4) a1 —(x4—24) 00— = —arsX —axsy +az, (24g) Zn 11
2x4 ag
By = (x4 —24) a1 — (x4 + 24) A9 = —arsX+axsy —azyz (24g) Zn 11
Bis = —(mutz)at+(@—z)a = aT4X — T4y — az4 2 (24g) Znll
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Blg = 21‘4 a; + (1‘4 + 24) as + = azy X + axy 5’ + axy Z (24g) Zn I1
(w4 + 24) a3

B2 = —2r4a; — (T4 — 24) A2 — = azgX —ax4y — ary 2 (24g) Zn 1l
(T4 — 24) a3

B2y = (x4 — 24) Az — (w4 + 24) a3 = —azy X — ary § + ary 2 (24g) Zn I

Bz = — (x4 + 24) a2+ (x4 — 24) a3 = —aza X+ arsy — axs z (24g) Zn 11

Bas = (24 + 24) a1 + 22480 + = araX+azmy +ars? (24g) Zn 11
(56‘4 + Z4> as

B2y = — (24 — 24) a1 — 27423 — = —aryX+azy —aryz (24g) Zn 11
(x4 — 24) a3

Bas = — (a4 z4) a1 + (4 — 24) a3 = ary X — azyy — ax4 Z (24g) Zn I

Bag = (r4 — 2z4) a1 — (w4 + 24) a3 = —aryX —azy ¥ + a4 2 (24g) 2R
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