Hypothetical Hexagonal Si0O9 Structure:
A2B_hP36_177_j2lm_n-001

This structure previously used the label(s) A2B_hP36_177_j21m n. Calls to these addresses will be redirected here.
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Prototype 0,Si
AFLOW prototype label A2B_hP36_177_j2lm_n-001
ICSD 170519
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CCDC 1685991

Pearson symbol hP36
Space group number 177
Space group symbol P622

AFLOW prototype command aflow --proto=A2B_hP36_177_j21lm_n-001
—~params=a, c/a, T1,X2,T3,T4,T5,Ys5, %5

e This is a hypothetical hexagonal structure for SiO5. We use the data from the 1_200.cif file provided in the
supplementary information of (Foster, 2004).

e More information about other real and proposed SiOs and related structures can be found in our article on [SiOs and
AIPOyl

Hexagonal primitive vectors

"o
ar = jax— Yy R
a; = %af{ + @ay {
ag = cZ V/L
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a = %aml X — @aml y (63) Ol
B, = 1 ag = %awl X+ @axl v (63) (0N
B; = —r1a; — T a = —ar1 X (6) Ol
B, = —z1a = f%axlchr @axly (6) Ol
By = —x; as = —%aml X — @awl y (63) Ol
Bg = r1a; + 21 a = axr, X (6) (0N
B, = Toa; — T as = —V3azyy (61) oIl
Bg = Toa; + 2x5 ay = %axg X+ gaazg y (61) O1I1
By = —2x9a; — To Ay = —%axg X+ @axg y (61) O1II
Bio = —Xoa; + X9 as = V3azs § (61) OII
By = —T9a; — 229 ay = —%CLJ?Q X — @a@ vy (61) oIl
B, = 2x9a; + To as = %a:cg X — gaxg y (61) O1II
Bz = r3za; — T3 as = —V3azsy (61) O III
By = T3 a; + 2x3as = %axg X+ @axg y (61) O III
Bis = —2x3a; — x3as = —%aasgfc—k @axgy (61) O III
Big = —r3a; + r3as = V3azxs ¥ (61) O III
By = —Tza; — 273 as = —%axg X — @axg y (61) O III
Bis = 2x3a; + T3 a = %axg X — 73(1303 v (61) O III


https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1685991&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/Tutorials/SiO2_AlPO4
http://aflow.org/prototype-encyclopedia/Tutorials/SiO2_AlPO4

By =
B2 =
B2 =
B2z =
Bes =
B2y =
B2s

B2s =
B2y =
B2s =
B2

Bso =
B3 =
B3z =
Bss

B3y, =
Bss =
Bss =

References

T4 Qg 7$432+%33
x4a1—|—2x4a2+%a3
—2x4a; —x4a90 + %ag
—T4 a1 +$432+%a3
—T4 Qg 721‘4&24’ %ag
2x4a1+x4a2+%a3
Tsap +Ysag + 25 as
—ysai + (r5 — ys) az + z5 as
— (x5 —ys5) a1 — x5 az + 25 a3
—ZTsa; —Ysaz + 25 a3
ysai — (5 — ys) az + 25 a3
(x5 —ys) a1 + x5 a2 + 25 a3
Ys a1 + Tsaz — 25 a3
(r5 —ys) a1 —ysaz — 25 a3
—r5a; — (5 — y5) a2 — z5 a3
—Ysar —Tsa2 — 25Aasg
— (w5 —ys) a1 +ysaz — z5 a3

rsay + (5 — ys) az — z5 as

—\/ga:uy + %ci
%ami—i— ?amy + %ci
—%amf{ + ?amy + %ci

\/gamy + %ci
3 & _ V3

A~ 1 -
—50T4X — ~57AT4 Y + 5CZ

3 *_ﬁ G les
5aT4 X aryy + 5CZ

%a(x5+y5) x—?a(a%—yi—)) V+c25Z

%a (x5 — 2y5) X+ ?a%y +cz5 7

—3a(2z5 —ys) X — ﬁa%y +cz5 Z
(25 +ys) X+ La(zs —ys) § + 252
a(—xs5 +2ys) X — @a%y +cz52
%a (2z5 —ys) X+ fay5y+ cz5 2

3a (x5+y5)x+‘é§ (r5 —ys5) § —c252

%a (x5 — 2y5) X — @amg, ¥ —czZ

—la (2z5 —ys5) X+ fay5y—cz5z

%a, (x5 +ys) X — §Q($5 —ys5) ¥ —c25 2
% (—x5 +2y5) X+ fa:c5 Y —czZ

%a (2z5 —y5) X — %ayg) y—cz5Z

(6m) 01V
(6m) O1v
(6m) o1
(6m) o1V
(6m) 01V
(6m) O1v
(12n) SiT
(12n) Si T
(12n) SiT
(12n) SiT
(12n) SiI
(12n) SiI
(12n) SiI
(12n) SiT
(12n) SiI
(12n) Si I
(12n) SiT
(12n) SiT

[1] M. D. Foster, O. D. Friedrichs, R. G. Bell, F. A. A. Paz, and J. Klinowski, Chemical Evaluation of Hypothetical Uninodal
Zeolites, J. Am. Chem. Soc. 126, 9769-9775 (2004), doi:10.1021/3a037334j.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo,

The AFLOW Library of

Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043


https://doi.org/10.1021/ja037334j
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

