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Prototype Be17Nbo

AFLOW prototype label A17B2_hR19_.166_cegh_c-001
ICSD 58724

Pearson symbol hR19

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A17B2_hR19_166_cegh_c-001
~Tparams=a, C/CL, L1,X2,T4,T5, 25

Other compounds with this structure
OL—B617HfQ, B617T3Q, a—Be17T12, Be17Zr2
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https://aflow.org/p/A17B2_hR19_166_cegh_c-001

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

Rhombohedral primitive vectors

al

a; = %af{ % v+ %ci
ax = % 5"*‘% Z
ag = —%a)‘c L y+%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +x1ay +xqas cr1 Z (2¢) Bel
B, = —x1a] — 1A — 21 a3 —cx1 Z (2¢) Bel
B; = Toa; + Toag + x5 as cxro Z (2¢) Nb I
By, = —Zoa] — Tpag — To A3 —cxo 2 (2¢) Nb I
B; = lay+lay —lag+ Y3ay + Lea (3¢) Be 11
Bs = lai+3ias ~Bay 4 Lea (3¢) Be II
B, = la;+1a 4ax+‘[ay—i- Lz (3e) Be II
Bg = Tga] — Tqao + %ag ia (224 —1) % — %a (6xs+1)§ %c (6g) Be IIT
By = %al 4+ x4a9 — x4 a3 ia (2z4+1) X+ 1—‘/25(1 (624 — 1) %c (6g) Be III
Bio = —rga; + % az +x4a3 —ary X+ fay + Z (6g) Be 11
Bi1 = —x4a;] + x40 + %33 —ia (2zs+1) X+ %a (624 — 1) + % (6g) Be III
B = Lajy —x480 + 2423 —la@r, 1) % —LaGra+1)§+Lez  (6g) Be ITT
Bz = Taa; + %az — x4 a3 ars X + fay+ ZcZ (6g) Be III
B4 = Tsay + Tsas + 25 a3 sa (x5 —25) X+ f a(xs —z5) ¥+ (6h) Be IV
tc(2as + 25) Z
Bis = zsaj + 5 as + x5 as —%a(az5 —25) x4+ ia (x5 —z5) ¥+ (6h) Be IV
sc (25 + z5) 2
Big = Tsay + zsas + T as f%a (z5 725) v+ gc(2x5+z5) Z (6h) Be IV
By = —Zsa; — X5 Ay — Ts A3 %a (x5 — 25) X — ?a (x5 —25) § — (6h) Be IV
3¢ (2w5 + 25) 2
Bis = —Tsa] — T ag — 25 a3 f%a (x5 —25) X — %a (x5 —25) § — (6h) Be IV
$c(2m5 4 25) 2
By = —Z5a] — 25 A9 — X5 A3 %a (x5 —25) § — %c(2x5 + 25) Z (6h) Be IV
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