Hypothetical Hexagonal Si0O9 Structure:
A2B_hP36_177_j2lm_n-001

This structure originally had the label A2B_hP36_177_j21m.n. Calls to that address will be redirected here.
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Prototype 0551

AFLOW prototype label A2B_hP36_177_j2lm_n-001
ICSD 170519

Pearson symbol hP36

Space group number 177

Space group symbol P622
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AFLOW prototype command aflow --proto=A2B_hP36_177_j21lm_n-001
--params=a, ¢/a, T1, T2, T3, T4, T5, Y5, 25

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).

Hexagonal primitive vectors

a3 = %afc - ?ay
az = %afc + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, r1 a1 %awl X — @axl v (63) (0N
B, 1 as an 1 X+ {aml N (63) Ol
B3 —z1a; — T as —ar1 X (6) Ol
B4 —x1ay —%amli—i— @awly (6) Ol
Bs —x1 As —%awl X — @awl v (63) (01
Bs r1a; + 2 a ari X (6) Ol
B~ Tga; — Tgas —V3azy§ (61) O1II
Bs Toa; + 2x5 ay %awz X+ ﬁa:rz y (61) O1II
By —2x9a; — Toan —%axg X+ iagcg v (61) Ol
Bio —raa; +xzas V3azs § (61) O1I
Bi1 —T9a; — 229 ay *%CL.’EQ X — @aazg y (61) O1II
B2 2z9a; + T9 as %CL$2 X — @axg y (61) O1II
Bis T3 a; — T3 as —V/3azs § (61) O III
Bia r3a + 2z3as ;&133 X+ \QfCLJUg y (61) O III
Bis —2x3a; — x3as f%axngr iaac?,y (61) O III
Bis —T3a; + T3 ay V3azxs ¥ (61) O III
B~ —T3a; — 2x3ay —%amg X — %axg y (61) O III
Bis 2r3a; + r3as %ax;; X — §QI3 y (61) O III
Big r4a; — Tgas + % as —V3az,§ + %ci (6m) o1V
Boo Taay + 2z4as + %ag %ami—i— @amy—i— %ci (6m) o1V
Bo; —2x4a; —T4a0 + %ag —%aui—i— ?am&—l— %ci (6m) o1V
Bos —zqa; +x4as + S as V3azs g + Lez (6m) o1V
B3 —z4a; — 2z4a9 + % as —%am X — @am v+ %02 (6m) o1V
By 2¢4a; +x4as + %ag %ami— @auy—i— %ci (6m) o1V
Bas Tsay + ysas + 25 ag a(xs+ys) X— ?a(xg) —ys) ¥+ a2 (12n Sil



Bog = —ysa; + (v5 — ys) az + 25 ag = %a (x5 — 2y5) X+ @ axsy + czs Z (12n) Sil
By = — (x5 —y5) a1 — x5 a3 + z5 a3 = —%a (2z5 —y5) X — %ayg, V+cziz (12n) Sil
Bos = —r5a; — Ysas + 25 as = %a(wr +ys) x—&—?a(mg) Ys) ¥ +cz52 (12n) Sil
By = ysa; — (x5 —ys5) as + 25 a3 = % (—x5 + 2ys5) X — %ax5 V+ezsz (12n) Sil
Bsg = (x5 —ys) a1 + w52z + 25 a3 = % (2z5 —ys) X+ L ays§ + cz5 Z (12n) Sil
Bs: = Ysai + T5az — 25 as = la(z 5+y5)x+f (5 —ys) § —c252 (12n) Sil
B3z = (x5 —ys5) a1 — ys a2 — 25 ag = % (x5 — 2y5) X — ?axg) y—c257% (12n) Sil
B3z = —rsa; — (r5 — ys) az — 25 ag = —7a (2z5 —ys) X+ fay5y — 257 (12n) Sil
B3y = —Ysa; —Tsa2 — 2Z5Aag = %a(ﬂfs +ys) X — @a( T5—Ys) § — 25 2 (12n) Sil
Bss = — (x5 —y5) a1 + ys az — z5 ag = % (—x5 +2y5) X+ fax5y—cz5z (12n) Sil
B3g = zsaj + (x5 —ys) as — z5ag = %a (2z5 —y5) X — iay5y — 25 % (12n) Sil
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