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

This structure previously used the label(s) AB9C4_ hP28_188_e k1_ak. Calls to these addresses will be redirected here.
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Prototype BaSisOg
AFLOW prototype label ABI9C4_hP28_188_a_kl_ck-001
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Strukturbericht designation S3,

ICSD 80067
CCDC 1640295
Pearson symbol hP28
Space group number 188
Space group symbol P6c2

AFLOW prototype command aflow --proto=AB9C4_hP28_188_a_kl_ck-001
—~params=a, C/av x3,Y3,%4,Y4,T5,Ys5, 25

Other compounds with this structure
Ba(Si, Ti;_,)SisOg (pabstite), BaSnGesOg, BaTiSi3Og (benitoite), BaZrSisOg (bazrite), CaKP309, MgKP309, TaKGe3Oy,
TaRbGeg,Og, TaTlGeg,Og

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

Hexagonal primitive vectors

al

o3
a3 = %afc - @ay
az = %afi + @a&
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = 1ag = ica (2a) Bal
By - bau+ fa - ax+ as 20 s
B, = %al—l—%ag—&—%ag = %afc—i—%ay—i—%ci (2¢) Sil
Bs = r3a; + ysas + 1 as = %G(9€3+y3)5<—‘éga(xs—y?,)f"*‘%(?i (6k) OlI
Bs = —ysar + (3 —y3) ax + L ay = la(zs —2ys) X+ @azg y+icz (6k) 01
B, = —(x3 —y3) al—xgag—&—iag = —%(L(21’3—y3) >‘<—73ay39+icz (6k) OlI
Bs = —ysa; —xzay + S ag = —%a($3+y3)i—§G($3—y3)5’+%ci (6k) OI
By = —(x3 —y3) a1 +ysas + %ag = %a(—m3+2y3) X+ 73ax3y—|— S (6k) Ol
Bio = zgay + (w3 — y3) az + 2 ag = ta 2z —ys) X — @aygy +3c2 (6k) OlI
By = rg4a1 +ygas + iag = %a (x4 +ya) X — ?a (xa—ys) §+ ici (6k) Si II
B = —ysa; + (x4 —yq) a2 + %ag = %a (x4 —2yq) X+ ?auy + %ci (6k) Si II
Bz = — (x4 —y4) a3 —x4a9 + ia3 = —%a (2z4 —ys4) X — 73ay4 v + %CZ (6k) SiII
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Bia = —Ysa1 —Tgqag + %33 = *%a (1”4 + Z/4) X—"5a (174 - ZJ4) v+ %Ci (6k) SiIT

Bis = — (4 —ya) a1 +ysaz + %33 = %a (=24 + 2y4) X+ 73‘”4}’ + %CZ (6k) Si Il

Big = xgay + (x4 —ys) ag + %ag = %a (224 —yq) X — 73ay457 + %ci (6k) Si Il

Bir = Ts5 a1 + Y5 ag + 25 ag =  ga(zs+ys) X— 73a(m5 —ys) ¥ +c22 (121) on

Bis = —ysaj + (r5 — ys) a2 + 25 as = %a (x5 — 2y5) X+ §GI5 V+czsiz (121) O1Il

Big = — (x5 —y5) a1 — x5 a9 + 25 a3 = —%a (2z5 —y5) X — @ay5y+cz52 (121) O1II

By = Tsay + ysag — (25 — %) as = %a (x5 +ys) X — @a (x5 —y5) § — (121) oIl

c (25 — 5) Z

B2 = —ys a1 + (z5 — ys) az — = la(ws—2y5) X+ Lazsy —c (25— 1) 2 (121) Oon
z5— 3) as

By = —(z5 —ys) a1 — x5 a9 — = —%a (2x5 —ys) X — @a/‘% vy—c (z5 — %) Z (121) O1II
(o= 1) as

B2z = —Ysa1 —Tsaz + (z5 + %) as = —%a (5 +ys) X — %a (r5 —ys5) ¥+ (121) oIl

c (25 + 5) Z

B2y = — (x5 —ys) a1 +ysaz + = ga(—z5+2y5) X+ §a$53’+0(25 +3)2 (121) on
(ot 1) o

Bas = zsa;+(zs —ys) a2+(z5 + %) a3 = %a (225 — ys) X — @ayg) v+c (z5 + 2) Z (121) OII

Bog = —ysa; — Tsag — 25 as = *%a($5 +uys) X — @a(% —ys5) ¥ —c252 (121) OII

Byr = — (x5 —y5) a1 + ys 2z — 25 a3 = %a (—x5 +2y5) X+ @aaﬁg, y—cz52 (121) oIl

Bos = zsaj + (x5 —ys) as — z5ag = %a (225 —y5) X — ?a%y —cz5 % (121) OII
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