Hypothetical Cubic 5109 Structure:
A2B cl72.211 hi i-001

This structure previously used the label(s) A2B_cI72_211 hi_i. Calls to these addresses will be redirected here.
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Prototype 0,Si

AFLOW prototype label A2B_cI72_211_hi_i-001
ICSD 170506

CCDC 1685978

Pearson symbol clr2

Space group number 211

Space group symbol 1432

AFLOW prototype command aflow --proto=A2B_cI72_211_hi_i-001
—Tparams=a, Y1, Y2, Y3
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e This is a hypothetical cubic structure for SiOs. We use the data from the 1_158.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 |SiO, and
AIPOy.

Body-centered Cubic primitive vectors

a3 = f%a)“(Jr%a“Jr%aZ
as = %ai—%ay—f—%ai
ag = %ai—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2y1a1 +yr1az +yrag = ay1 ¥ +ay1 2 (24h) OI
B = Y1 az — y1 a3 = —ay1 ¥ + ayi 2 (24h) 01
B; = —y1az +yi as = ap § — ayr 2 (24h) Ol
B, = —2y1a; —y1az — Yy a3 = —ay Y —ay1 2 (24h) 01
Bs = yrar +2y1az +yiag = ay1 X + ay z (24h) 01
Be = —y1a1 + Y1 as = ayr1 X — ay 2 (24h) 01
B = yra; —y1as = —ay1 X+ ay1 Z (24h) 01
Bs = —tYra1 —2y1az —y1ag = —ay1 X — ay z (24h) 01
By = yrar +yiag + 2y1 ag = apr X+ ay y (24h) 01
Bio = Yyrar —yiaz = —apr X +ay y (24h) 01
Bi: = —y1ar +y az = ay X —ay1 y (24h) 01
B = —y1a; —y;ag — 2y; a3 = —ay1 X —ay1 y (24h) Ol
Biz = ja—(y2—3) as+(y2+71) as = 10X +aypy—a(y—3)2 (24) O1II
By = —(2p—-3a— (-7 a- = lax—a(ya— 1)y —ay2 (24i) o1l
Y2 — %) as
Bis = (2p+i)a+(p+i)at+t = lak+a(y+3)§+ayi (24i) O1I
(v2+ %) as
Big = sait(p+ia—(p-7a = TeX—apy+apt) 2 (241) oRi
Bir = (p+3)atia—(p-9a = —a(y2—3) X+ g0 +ay:2 (240) o1l
Bis = —(12—%)ar—(2p2—3)a— = —aye X+ tay—a(y—1) 2 (24i) on
Y2 — %) as
Bip = (yo+3)ai+Q2pu+ti)at = ay2 X+ tay+a(y+3) 2 (24i) 011
(y2+ 1) a3
Bz = —(y2— 1) a1+ a2+ = a(y2+3) %+ Ltay—ays2 (24i) 01
(yQ + %) ag
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