BaSisOg (535) Structure:
AB9C4 hP28 188 a kl ck-001

This structure originally had the label AB9C4_hP28_188_e kl_ak. Calls to that address will be redirected here.
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Prototype BaSisOg

AFLOW prototype label AB9C4_hP28_188_a_kl_ck-001
Strukturbericht designation 532

ICSD 80067

Pearson symbol hP28

Space group number 188

Space group symbol P6c2
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AFLOW prototype command aflow --proto=AB9C4_hP28_188_a_kl_ck-001
--params=a, ¢/a, T3, Y3, T4, Y4, T5, Y5, 25

Other compounds with this structure
Ba(Si; Ti;—,)Si3Og (pabstite), BaSnGe3zOg, BaTiSizOg (benitoite), BaZrSizOg (bazrite), CaKP309, MgKP309, TaKGe;0y,
TaRbGegOg, TaTlGe309

e (Hermann, 1937) applied the Strukturbericht label S35 to benitoite, BaTiSi3Og. The only difference between BaSiyOg
and benitoite is that titanium replaces silicon at the (2a) Wyckoff position.

Hexagonal primitive vectors

a3 = %afc - @ay
az = %afi + @a&
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = 3 ag = sc2 (2a) Ba I
By - T - as+ as 20 s
B, = %al—l—gag—&—%ag = %afc—i— %ay—i—%ci (2¢) Sil
Bs = x3a; +ysas + jas = ga(estys) X— Fal(es—ys3) §+ 5c2 (6k) 01
Bsg = —ysay + (v3 —y3) az + %ag = %a (3 —2y3) X+ @aarg v+ %ci (6k) OI
B, = —(x3 —y3) a17x3a2+%a3 = *%G(?l’gfy:g) )2773ay3y+ici (6k) (OB
Bg = —y3a1—x3a2+%ag = —%a(xg—&—yg,))2—73a(w3—y3)y+%ci (6k) Ol1
By = —(x3 —y3) a1 +yzaz + § a = $a(—ws+2y3) X+ Pazsy + 3c2 (6k) Ol
B = xza; + (z3 —ys3) ag + %ag = %a (2x3 —y3) X — @aygy + %ci (6k) (OB
By = rga; +ysas + iag = %a (x4 +ys) X — @a (xg—ys) §+ ici (6k) Si 1T
B2 = —ysar + (x4 —ys) a2 + T ag = ta(wy —2ys) X+ ?amy + 3c2 (6k) SilI
Bis = — (24 —ys) a1 — 423 + § a3 = —5a(2x4 —ys) X — Baya § + jc2 (6k) Sill
B = —ysa; —Taa3+ § ag =  —ga(atys) X —Fa(vs—ya) §+ jez (6k) Si I
Bis = — (24 —y1) a1 +ysas + 3 a3 = fa(—zs+2ys) X+ @amy + jcz (6k) Sill
Bis = zga; + (x4 — ya) a2 + 3 ag = 1a 2wy —ys) X — @aym +3cz (6k) SilI
Biz = Tsa) + ysaz + 25 a3 = la(zs+ys) x— La(ws —ys) §+ 22 (121) ol
Bigs = —ysar+(z5—ys)aztzsaz = La(zs —2ys) X+ Lazs § +cz 2 (121) on
Big = — (x5 —y5) a1 — x5 a9 + 25 a3 = —%a (2z5 —y5) X — @ayg,y—i—czg,i (121) O1II
By = Tsay + ysas — (25 — %) as = %a (x5 +ys) X — @a (x5 —y5) § — (121) O1II
clzs — %) Z
By, = —ysay + (v5 —ys) az — = %a (x5 — 2y5) X + @a:%y —c (25 — %) Z (121) OlII

2’5—%) as



Bsy = — (75 —ys) a1 — w522 — = *%a (225 — ys) X — 736195 y—c (25 - %) z (121) on
(25— 3) as

By = —ysa; — T5as + (25 + %) as = —%a (x5 +ys) X — ?30, (x5 —ys) ¥+ (121) oIl

c (z5 + 5) Z

By = — (x5 —ys) a1 + ys az + = %a (—x5 + 2y5) X+ @aa% ¥+e (z5 + %) Z (121) OII
(25 +3) a3

Bas = zsai+(zs —ys) a2+(z5 + %) a3 = %a (225 — y5) X — @a% y+c (z5 + %) Z (121) O1II

B2 = —ysa; — Tsas — 25 ag = —sa(zs+ys) X — Ba(zs —ys) § — ca 2 (121) on

By = — (x5 —y5) a1 + ys az — z5ag = %a (—x5 +2y5) X+ 73ax5 Y —czZ (121) oIl

Bos = zsal + (x5 —y5) az — z5 ag = %a (2z5 —y5) X — @ayg, y—cziZ (121) OlII
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