NbBes Structure:
A3B_hR12_166_ach_bc-001
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Prototype BesNb
AFLOW prototype label A3B_hR12_166_ach_bc-001
ICSD 58723
CCDC 1622726
Pearson symbol hR12
Space group number 166
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Space group symbol R3m

AFLOW prototype command aflow --proto=A3B_hR12_166_ach_bc-001

--params=a, c/a, 3, T4, L5, 25

Other compounds with this structure
DyNig, EI‘Nig, Gleg, HONig, LaNig, NdCOg, PI‘Nig, PuC03, PuNig, SmC03, SmNig, TaBeg, Tleg, ThFeg, TiBeg, TmNig,

YNis, YbNi,

e The ICSD uses PuNis as the prototype for this structure.

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

Rhombohedral primitive vectors

<a1
a; = %afcf%a}“ur%ci
az = %a}“f + %Ci ;J zﬁ i
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Be I
B, = %al + %az + %ag %Ci (1b) Nb 1
B = T3 a; + r3as + xr3as cxr3 Z (2¢) Be II
B4 = —X3a]p —XzaAy — T3zas —CX3Z (2(3) Be II
By = T4a1 + T4a0 + 2483 cx4 Z (2¢) Nb II
Bg = —T4 8] — Tady — T4 a3 —Cx4 Z (2¢) Nb IT
B; = T5ay + T5ag + 25 as %a (x5 — 2z5) X+ ‘fa (x5 —25) Y+ (6h) Be IIT
tc(2x5 + 25) Z
BS = zZsal +x5a + Trsas 1 ( 5*25)X+£a( 57Z5)y+ (Gh) Be 111
3¢ (2m5 + 25) 2
By = Tsay + z5as + x5 as —%a (x5 —25) ¥+ 50(29054—25) 2 (6h) Be IIT
B = —Zzsa; — X5ag — I5Aag %a (x5 — 25) X — %a (x5 —25) §y — (6h) Be III
sc(2x5 + 25) Z
B = —Z5a; — Ts5az — 25 a3 —3a (x5 — z5) %X — —a (x5 —25) (6h) Be III
¢ (25 + z5) 2
B2 = —X5a1 — 25z — X5a3 %a (x5 — 25) y — %0(2505 + 25) 2 (6h) Be II
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