Bilz (D05) Structure:
AB3 hR8 148 ¢ {-001

This structure originally had the label AB3_hR8_148_c_f. Calls to that address will be redirected here.
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Prototype Bil;

AFLOW prototype label AB3_hR8.148_c_f-001
Strukturbericht designation D05

ICSD 36182

Pearson symbol hRS

Space group number 148

Space group symbol R3

AFLOW prototype command aflow --proto=AB3_hR8_148_c_£f-001
--params=a, c¢/a, 1, X2, Y2, 22

Other compounds with this structure
ASIg, CI‘BI‘g, CI‘Clg, CI‘Ig, F6013, RhBI‘g, Sblg, VClg, VIg



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/TZC0
https://aflow.org/p/AB3_hR8_148_c_f-001

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = fax—2ay+ica
as = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria; +xrias + 1 as = 61‘12 (2(3) Bil
B, = —x1a] — 1A — 21 a3 = —cx1 Z (2¢) Bil
Bs = Tea; +yzaz + 2283 = %a(%—zz)i—%ga($2—2y2+22)5’+ (6f) Il
tc(ze+y2+22) 2
B, = Zo@l + Toag + Yo as = —%a(yQ—ZQ) X+ ?a(2$2—y2—22) v+ (61) II
%C(Iz + Y2+ 22) 2
Bs = Yy2a1 + z2az + 2 a3 = —%a(ffz—?n)fi_ga(%zﬁ‘yz—%z)y‘*‘ (6f) Il
tc(wotyo+22) 2
Bs = —Zga; — Yz a2 — 22 a3 = —%6(332—22)i+§a($2—2y2+z2)5’— (6£) LI
%C(l‘g +y2 + 29) Z
Br = —Zza; — X282 — Y233 = %a(yg —22) X — §G(2$2 —Y2—22) Y — (6f) Il
sc(za+ya+22) 2
Bs = —Y2a1 — Z2a2 —T2a3 = %a(xQ_yQ)i-F?a(Ig—i-yg—QZg)y— (6f) 11
sc(w2+y2+22) 2
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