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Prototype Biy GeOs

AFLOW prototype label A2BC5.0C32_36_b_a_a2b-001
ICSD 49685

Pearson symbol 0C32

Space group number 36

Space group symbol Cme2,

-—params=a,b/a,c/a,y1, 21,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

AFLOW prototype command aflow --proto=A2BC5_0C32_36_b_a_a2b-001

Other compounds with this structure
BisSiOs5

e Space group C'mc2, #36 allows an arbitrary choice of the zero of the z-axis. Here it is chosen so that z3 = 0 for the
bismuth atom.

Base-centered Orthorhombic primitive vectors
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Basis vectors

Lattice
coordinates
B, = —y1a; +yras + 2z a3 =
B, = y1a17y1a2+(21+%) az =
Bs = —Y2a1 + Y283 + 22 a3 =
B, = y2a1 — y2as + (22 + 3) as =
Bs = (zz3—yw)art(zzt+ys)art =
Z3as
Be = —(z3—y3)ar—(z3+ys)a+ =
(o4 1)
Br = (z3t+ys)ar+(zz—ys)as+ =
(23 +3) a3
Bs = —(z3+ys)a—(z3—y3)a+ =
Z3 as
By = (4 —ya) a1 + (4 +ya) @z + =
Z4 A3
Bio = —(za—w)ar—(ra+ys)az+ =
(21 +3) a3
By, = (4 +ya) a1 + (4 —ya) az + =
(24 + 3) a3
Biz = —(za+wy)ar—(za—ys) az+ =
Z4 A3
Bz = (x5 —ys) a1 + (v5 +ys) az + =
Z5 as
By = —(z5—ys)ar— (x5 +ys)as+ =
(25 +3) a3
Bis = (5 +ys) a1 + (75 — y5) az + =
(25 + 3) as
Big = —(ws+ys)ar—(z5—ys)az+ =
Z5 a3
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Cartesian
coordinates

by y+czz
—by1y+c(zl+%) Z
by2 ¥ + cz2 2
—bygy—i-c(zg—i—%) Z
ar3X +bysy + cz3 Z
—angc—bygy—f—c(z;g—i—%) Z
aargfc—bygy—&-c(z?,—l—%) Z
—ar3X+bysy + cz37z
axs X +bysy +cz42
fa$4>”(fby4y+c(24+%) Z
am4§c—by4y+c(z4+%) Z
—ax X+ bys ¥ +cz42
axsX +bysy +cz52
—aa:5§c—by5§’+c(z'5+%) Z
a:vg,f(—byg,y—}—c(z;,—i—%) Z

—ax5 X+ bysy + cz52

The Crystal Structure of BigGeOs,

Wyckoff
position
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