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Prototype AlgCrs

| AFLOW prototype label A8B5_hR26_160_a3bc_a3b-001
Strukturbericht designation D8y

ICSD! 606753
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CCDC 1742187
Pearson symbol hR26
Space group number 160
Space group symbol R3m

AFLOW prototype command

aflow --proto=A8B5_hR26_160_a3bc_a3b-001

__para-ms=a7c/avx17 X2,T3,23,T4,24,T5,25,L6,26,L7,27,T8,28,T9, Y9, 29

e (Bradley, 1937) notes that the positions here are very close to the positions of the atoms in the |y-brass (CusZng, D85)

structure.

o (Mizutani, 2010) classifies this as an “R-cell” y-brass.

Rhombohedral primitive vectors

E
a; = %a&—?ay—i—%ci 2
ap = %ay + %CZ
ag = f%aifgayqtéci N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1as +xas cxr1 Z (1a) All
B2 = Toaj] + roag + T2 as CT2 Z (la) Crl
B; = T3a; + T3as + 23 a3 %a (x5 — 2z3) X+ %a (xs—2z3) y + (3b) Al Il
$c(2m3 + 23) 2
By, = z3a] + x3ay + x3a3 —%a (3 — z3) X+ ?a (x3—23) §+ (3b) Al Tl
sc(2x3 + 23) 2
By = Tr3a) + zz3as + r3as 7%@ (:Eg — 23) v+ %C (2$3 + 2’3) Z (3b) AlIl
Bg = rq4a] +xga9 + z4a3 %a (1‘4 — 2’4) X+ %CL (334 — Z4> v+ (3b) AlTII
%c (224 + 24) 2
B7 = zga1 +x4a2 + T4a3 —%a (174 — 24) X + ?a (134 — 24) y + (3b) Al III
302wy + 24) 2
Bs = Tqa] + 2409 + 2483 —%a (x4 —2z4) §+ %0(21}4 +24) 2 (3b) Al IIT
By = Tsay + Tsag + 25 a3 %a (x5 — 25) X+ %a (x5 —25) § + (3b) Al TV
% (21’5 + 25) Z
Big = zsa) + T5as + x5 a3 —sa(zs —25) X+ ?a (x5 —25) ¥+ (3b) Al TV
sc(2xs + 25) 2
Bi:. = Tsa) + zsas + T5as 7%@ (£E5 *25) v+ %6(25854*25) Z (3b) AlIV
B> = Tga] + Tgag + zgas %a (1‘6 — ZG) X+ %CL (CCG — Z6> v+ (3b) CrlII
2c(2x6 + 26) 2
B13 = Zg a1 + Tgaz + Tgas —%a (176 726) X+ ?a (1}6 *ZG) y+ (3b) CrlI

3¢ (2m6 + 26) 2
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By = Tgay + zgas + 26 as = 7%a (x6 —26) ¥+ lc (226 + 26) 2 (3b) Crll

Bis = T7ay +x7ag + zras = %a (z7 — 27) X+ ‘fa (x7—2z7) ¥+ (3b) Cr III
sc (27 + 27) 2
Big = zra) +xras + r7as = f%a (x7 — 27) X+ ?a (x7 —21) 7+ (3b) Cr III
$c(2w7 4 27) 2
By = T7ay + zrag + x7as = —%a (x7—21) 7+ 10 (227 + 27) 2 (3b) Cr III
Bis = Tga] + Tgas + 2gas = %a(z8728)x+‘f (xs —23) ¥ + (3b) Cr 1V
$c(2ms + 28) 2
By = zga] + xgas + xgas = —%a (xg — 28) X+ %a (xs —23) ¥+ (3b) Cr IV
3¢ (2w8 + 2g) 2
By = Trga) + zgas + rgas = 7%(1 (;Eg — Zg) v+ %C (2$8 + 28) Z (Sb) Cr IV
B2y = Tgai + Yo az + 29 a3 = ga(wg—29) X — \/Tga (9 — 2yg + 29) ¥ + (6¢) Al'V
3¢(T9 +yo + 29) 2
Bzg = Zgaj + Tgas + Yg as = 7%& (yg — 29) X+ fa (2:69 — Y9 — Zg) y+ (GC) AlV
%C(fﬂg + Yo + 29) Z
By = Yo a1 + 29 ag + Tg a3 = —%a (xg —yg) X— ‘Gf (xg +yo — 229) T+ (6¢) AlV
sc(wg 4+ yo + 29) 2
B2y = zgaj + ygas + xg ag = —la(zg— ) &—?a (xg — 2yo + 20) ¥+ (6¢) A1V
%0(51”9 + Yo + 29) 2
Bas = Yo a1 + Tgaz + 29 a3 = a(yo—z9) X+ f a(2z9 —yo — 29) ¥ + (6c) ALV
%C (w9 + Yo + 29) Z
B26 = Tgaj + 29 a2 —|—y9 as = %a (339 —yg) X — ?CE (1‘9 —|—y9 —22’9) 5’+ (6(3) AlV
%0(179 + Yo + 29) 2
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