BioGeO5 Structure:
A2BC5_0C32_36_b_a_a2b-001
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Prototype Biy GeOs
AFLOW prototype label A2BC5_0C32_36_b_a_a2b-001
ICSD 49685
CCDC 1614834
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.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 +y1az +21a3 = b1 § +cz1 2 (4a) Gel
B = yra; —y1as+ (21 + 3) a3 = —by1y+e(a+3)2 (4a) Gel
Bs = —Yy2a1 + Y22z + 22 a3 = bys ¥ + c20 Z (4a) OI
B, = y2a1 —yoaz + (22 + 3) as = —by2§+c(2+1) 2 (4a) 01
Bs = (1‘3 — y3) a; + (1‘3 + y?)) as + = ar3X +bysy +cz32 (8b) Bil
Z3 as
Be = —(z3—y3)ar—(z3+ys)ax+ = —azsX —bysy +c(z+3) 2 (8b) Bil
(2o 1)
By = (.%‘3 + y3) a; + (1‘3 - yg) az + = ars3X —bysy +c (2’3 + %) Z (Sb) Bil
(a4 3) 20
BS = — (Ig + y3) a; — (1‘3 — y3) as + = —axrs X+ by3 5’ + cz3 Z (8b) Bil
Z3as
By = (T4 —ya) a1 + (va tys) a2+ = ars X +bysy +c242 (8b) O1I
Z4 A3
B10 = — (ZE4 — y4) a; — (564 + y4) as + = —ax4§c — by4$’ +c (2’4 + %) Z (8b) O1II
(2a+3) as
Buy =  (matydar+(@a—y)at+ = arsX—bys§ +c(z+3) 2 (8b) 011
(24 + %) as
B = — (.134 + y4) a; — (.’134 — y4) as + = —ary X + by4 V+cza2 (Sb) OII
Z4 Q3
Biz = (v5—ys5)ar+(v5+ys) ax+ = ars X + bys ¥ + cz5 Z (8b) O 11T
25 ag
By = —(x5—ys5)ar—(v5+ys) ax+ = —azsX —bys§ +c (25 + 3) 2 (8b) O I
(25 4+ 3) 2
Bis = (r5 +ys) a1 + (x5 —y5) a2+ = arsX —bys §+c (25 + 1) 2 (8b) O III
(25 + 3) a3
Big = —(ws+ys)ar— (25 —ys)az+ = —ar5X+bys ¥ +cz52 (8b) O III
Z5 ag
References

[1] B. Aurivillius, C.-I. Lindblom, and P. Sténson, The Crystal Structure of BizGeOs, Acta Chem. Scand. 18 (1964),
doii10.3891/acta.chem.scand.18-1555.

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.


https://doi.org/10.3891/acta.chem.scand.18-1555
http://dx.doi.org/10.1016/j.commatsci.2021.110450

