Rhombohedral Bils (D0s5) Structure:
AB3 hR8 148 ¢ {-001

This structure previously used the label(s) AB3_hR8_148_c_f. Calls to these addresses will be redirected here.
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Prototype Bils

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

ICSD 36182

CCDC 1607956
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Pearson symbol hRS
Space group number 148
Space group symbol R3

AFLOW prototype command

aflow --proto=AB3_hR8_148_c_£-001

--params=a, ¢/a, T1, T2, Y2, %2

Other compounds with this structure

AASI37 BI‘Ig, CHlIg7 CI‘BI‘;},7 CI‘Clg, CI‘Ig7 FeBrg, F6013, RhBI‘g, RuBrg, SbIg7 SCClg7 rfiBI‘g7 T‘lClg7 \/VBI'37 VClg, Vlg, YIg, YbIg

e Bil3 has also been reported in a hexagonal (trigonal) structure. The Bi-I bonds are similar in both structures, with the

only difference being the stacing of the layers.

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

Rhombohedral primitive vectors

a; = %a&—%ay—k%cz
as = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 1 a3 cxry Z (2¢) Bil
B, = —r1a; — 1Ay — T as —cx1 Z (2¢) Bil
B; = Toaj + yoas + 20 ag %a(xg—zg)&—%ga(xg—Zyg—i—zQ)y—i— (6f) 11
sc(m2+y2 +22) 2
B, = Z22a; +r2az +Yy2a3 —%a(nyzQ))‘c+§a(2x2—y2f22)y+ (6f) I
%c(xg +yo2 + 290) Z
Bs = Y2 a1 + z2ag + 2 a3 —5(1(952—112)ﬁ‘%“(@‘*‘m—?@)y‘*‘ (6f) Il
sc(zaty2+22) 2
Be = —X2a1 —Y2az — 2243 —5a(r2 — 22) X+ ?a (v2 —2y2 + 22) ¥ — (6f) LI
%0(552 + Y2 + 22) 2
B, = —Zzpa] — Tgag — Yo A3 %a(yg — ) X — %a(%cg — Yo —29) ¥ — (61) 11
sc(we+y2+22) 2
BS = —Y2 a] —Zodz —T2a3 %a (l‘g —yg) )A(—i- ?a ($2+y2 —22’2) y— (6f) I I
%0(172 + Y2 + 22) Z
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