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Prototype As,BaNipOg

AFLOW prototype label A2BC2D8_hR13_148_c_a_c_cf-001
ICSD 27014

Pearson symbol hR13

Space group number 148

Space group symbol R3

AFLOW prototype command aflow —-proto=A2BC2D8_hR13_148_c_a_c_cf-001

—~params=a, C/a7 T2,T3,T4,T5,Ys5, 25

Other compounds with this structure
BaCOQASQOS, BaMggASQOS, BaCOQPQOg7 BaNiQPQ()g, BaNiQVQOg

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

Rhombohedral primitive vectors

a3 = %ak—%gay—l—%ci
_ 1 .64 1.5

ag = Tgay—{—gcz

ag = —%af{—%gay—i-%ci
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 = 0 (1a) Bal

B2 = To A + Toag + o as = CXo Z (2C) As1

B; = —Toa] — Toag — To A3 = —Ccxo Z (2¢) As1

B, = r3ay + rzas + r3as = cr3Z (26) Nil

B5 = —X3aA] —XzaAz — T3zas = —CI3 Z (2(}) Nil

Bsg = T4a1 + T4a0 + 2483 = Cx4 7 (2¢) Ol

B, = —T4a] — Tadg — T4 a3 = —Cx4 7 (2¢) Ol

Bg = Tsaj + Ysaz + 25 as = %a(m5 —Z5> X — %EG(J% —2y5+Z5) v+ <6f) oIl
sc(ms 4+ ys +25) 2

Bg = Zsa) + Tsaz + ys as = 7%& (y5—25) X+ %a(2$5 — Y5 725) y+ (Gf) oIl
%0(555 +ys + 25) 2

Bio = Ysar + z5 ag + x5 ag = —sa(zs —ys) i‘?“(% +ys —225) §+ (6f) oIl
sc(ws+ys +25) 2

B11 = —T5ai — Y5 Ay — Z5ag = —%a (1‘5 —2’5) )A(—F ?a (.Z‘5 —2y5 +Z5) y— (6f) O II
%0(15 +ys + 25) 2

B2 = —Zsa; —Xsaz —Ysag = %fl (Y5 — 25) X — %a (225 —ys —25) § — (6f) ol
sc(ms+ys + 25) 2

Bis = —Ysay —2saz2 — Tsag = %a (x5 —y5) X+ %a (5 +ys —225) § — (6f) O 1II
%C(Is +ys + 25) 2
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