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

This structure originally had the label A2B_cI72_211 hi_i. Calls to that address will be redirected here.
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b c
Prototype 0,Si
AFLOW prototype label A2B_cI72_211_hi_i-001
ICSD 170506
Pearson symbol cl72
Space group number 211
Space group symbol 1432

AFLOW prototype command aflow --proto=A2B_cI72_211_hi_i-001
—Tparams=a, Y1, Y2, Y3

e This is a hypothetical cubic structure for SiO;. We use the data from the 1_158.cif file provided in the supplementary
information of (Foster, 2004).
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Body-centered Cubic primitive vectors

a; = —iaX+3ay+3az
as = %af{—%ay—i—%ai
ag = %afc—f— %ay — %ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 2y1a1 +yr1az +yiag a1 § + ayr z (24h) 01
B Yy1az —y1as —ay §+ay 2 (24h) 01
Bs —Y1az + yi ag a1y — ayy (24h) Ol
By —2y1a1 —yr1az —y1ag —ay1y — ay1 z (24h) OI
Bs yra1+2y1ax +y1a3 ayr X +ay1 z (24h) Ol
Be —ti1ar +yia3 ay1 X — ay1 2 (24h) OI
B~ yr1a; —yias —ay1 X+ ay1 2 (24h) Ol
Bs —yra; — 2y az — Yy ag —ay1 X —ay1 2 (24h) Ol
By yrar +yaz + 2y a3 ay1 X+ a1 ¥ (24h) 01
Bio Y1a1 — Y1 az —ay1 X+ ay1 ¥ (24h) Ol1
Bi1 —y1a1 + Y1 az a1 X —ay1 y (24h) 01
Bi2 —Yrar —yiax — 2y ag —ayp1 X —ayy (24h) 01
Bis sai— (12— %) as+ (2 + 1) a3 lax+ayy—a(y—1) 2 (24i) 011
Bis4 —(2y2—3) a1 — (yo— §) a2 — tax—a(y—3) ¥ —ay22 (244) O 11
(v2—3) as
Bis (2y2 + %) a; + (y2 + %) as + %ai +a (yg + %) y+ay z (24i) O1II
3
(y2 + Z) as
Bie sar+ (y2+3) as— (y2— 1) a3 1aX—ayy+a(y+3) 2 (24i) on
Bi7r (ya+3) ar+5a— (y2—3) as —a(y2— %) X+ a9 +ay2 (241) oIl
Bis —(y2—2) a1 — (22— 3) a2 — —aye X+ iay—a(y—1) 2 (24i) 01l
(v2 = 5) as
Bio (y2+3) a1+ (2y2+ 3) a2 + a2 X+ 2ay+a(y+1) 2 (24i) oIl
1
(y2+ 1) a3
Bao —(y2— 1) a1+ as+ a(y2+3) X+ 309 —aya2 (24i) O
(yz + %) ag
Bo: —(—-3ar+ (2+1)a+ ayaX—a(ys— %) 9+ a2 (24i) on
Ba» —(y —i) a — (yz—%) az — —a (yz—%) )”(—aygy—i—%ai (24i) O 11
(292 - 3) &
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a(y2+%) )”(Jrayger%ai

—ay2X+a(y2+3) 9+ a2
ja%+aysy —a(ys - ;)

jaX—a(ys—3) ¥ —ays2

—a(ys— %) X+ tay +ays2
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aysk+ jay+a(ys+3) 2
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—a(ys—3) X—ays 9 + a2
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—ayzX+a(ys +3) ¥+ a2
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