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Prototype BesNb

AFLOW prototype label A3B_hR12_166_ach_bc-001
ICSD 58723

Pearson symbol hR12

Space group number 166

Space group symbol R3m

AFLOW prototype command  aflow --proto=A3B_hR12_166_ach_bc-001
—Tparams=a, c/a, T3,T4,T5, 25

Other compounds with this structure
DyNi3, EI‘I\Tig7 GdNig, HONi3, LaNig, PI‘Nig, PIICO?,7 PuNig, SmNi3, TaBeg, TbNi?,, ThFeg, TiB€3, THI:Nig7 YNi3, YbN13

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

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Bel
B, = %al + %ag + %ag = %CZ (lb) Nb I
B; = r3a; + r3as + r3as = cx3 7 (2¢) Be II
B4 = —X3a] — Xzag — IT3gas = —CX3 Z (26) Be II
B5 = rq4a1 +T4a9 + x4a3 = CTy Z (2(}) Nb II
Bsg = —Tga] — Tqa9 — T4 a3 = —Cx4 Z (2¢) Nb IT
B, = Tsa, + T5ag + z5 a3 = %a (x5 — 25) X+ %a (x5 —25) § + (6h) Be III
2c(2xs + 25) 2
Bs = zsal] + x5a + rsas = —%a (l‘5 —25) X+ ?CL (335 —25) v+ (61’1) Be 111
tc(2m5 + 25) 2
By = Tsay + zsas + Tsas = —%a (.’E5 —25) v+ %C(2$5+Z5) Z (Gh) Be III
B10 = —Z5A] — T5aA2 — T5aAs = %CE (33‘5 — 25) X — ?a ($5 — Z5) 5’ — (Gh) Be 111
tc(2m5 + 25) 2
B = —T5a; — Tsag — 25 ag = —%a (x5 — 215) X — ?a (x5 —25) § — (6h) Be III

B, = —Tsa; — z5as — Ty Az = %a (x5 —25) §y — %c 2x5 + 25) Z (6h) Be III
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