K3WsClg (K71) Structure:
A9B3C2 hP28 176 hi af £-001

This structure previously used the label(s) A9B3C2_hP28_176_hi_af _f. Calls to these addresses will be redirected here.
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Prototype ClgK3sW,

AFLOW prototype label A9B3C2_hP28_176_hi_af {-001
Strukturbericht designation K7y

ICSD 16760

CCDC 1597309

Pearson symbol hP28
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Space group number 176

Space group symbol P63/m

AFLOW prototype command aflow --proto=A9B3C2_hP28_176_hi_af_£f-001
—~params=a, C/a7 22,%23,T4,Y4,T5,Ys5, %5

Other compounds with this structure

KgTiQClg, Rb3TiQClg, KgMOQBIg, KgTiQBI‘g, RbgOSgBrg

Hexagonal primitive vectors

a3
a; = %afc — ?ay
as = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = ick (2a) KI
B, = 3 ag = 3¢z (2a) KI
B; = taj+2ay+mas = lax+Lay+cnz (4f) K II
B, = Za+layt(n+i)a = lag—Bagte(n+li)a (4f) K II
Bs = %alJr%az*ZQas = %‘”ﬂ‘*%ayfcﬁz (4f) Kl
Bg = %al—l—%ag—(zg—%) as = %ai—i—gay—c(@—%)i (4f) KII
B,y = %314—%324-2383 = %ai-F?BaA-I—CZgi (4f) WI
Bs = %a1+%a2+(z3+%)a3 = %ai—%ay—kc(zg—l—%)i (4f) WI
By = §a1+%a2723a3 = %aifﬁsayfcz;gi (4f) WI
Bio = %al—l—%ag—(zg—%) as = 1a§<+§ay—c(23—%)z (4f) WI
Bi1 = T4ay +ygag + iag = %a (xa+ys) X— TSa (ta—ya) ¥+ ici (6h) Cll
B2 = —ysay + (x4 — ys) az +  ag = 20 (x4 — 2ys) X + @auy +jez (6h) ClI
Bis = — (x4 —ya) a1 —24a0 + L ay = 1a(2zs —ys) X — Laysy + Lez (6h) Cl1
By = —x4a; —Yygas + %ag = %a (x4 +ys) X+ ?a (ra—ya) T+ %ci (6h) Cll
Bis = ysa; — (x4 —yq) as + %33 = % (—x4 +2y4) X — ?aazly +3c2 (6h) ClI
Big = (x4 —ys4) a1 + x4a0 + %ag = 50 (2x4 —ys) X+ @ay;;y + ¢z (6h) Cll
By = Tsay + ysas + 25 as = %a(mg, +ys) X — @ (x5 —ys5) ¥+ 252 (12i) Cl1I
Bis = —ysa; + (5 — ys) a2 + 25 ag = %a (x5 —2y5) X+ faxg) ¥V +cz5Z (12i) Cl1I
Big = — (x5 —ys5) a1 — x5 a9 + z5a3 = —La(2x5 —ys5) X — iayg, y+cz5Z (12i) CliI
By = —Tsa; —ysas + (25 + %) as = —La(xs +uys) X+ %a (x5 —ys) ¥+ (12i) ClII
c(z+3) 2
Ba:1 = ysa;—(x5 —ys) a2+(25 + %) ag = %a (—x5+2y5) X — ia% y+c( + %) Z (12i) Cl1I



B22 = (I5 — y5) a1+:1:5 ag+(25 —+ %) as = %a (2I5 — y5) X + g&y‘g Yy +c (25 + %) 2 (121) Cl II

Bes = —Tsa1 —Ysaz — 25 a3 = —%G(CUE: +ys) X+ §G($5 —Ys) ¥ —ca 2 (12i) Cl1I

Boy = ysay; — (x5 — ys) ag — z5 a3 = %a (—x5 +2y5) X — @axs ¥ —cz5% (12i) Cl1I

Bas = ($5 — y5) a; +Trsaz — zsas = %a (2l‘5 — y5) X+ 73ay5 y—cz52 (12i) Cl1II

B = Tsa; +Ysaz — (Z5 - %) as = %a (5 +ys5) X — 73@ (x5 —ys) ¥ — (12i) i

c (25 — %) Z

By = —ysaj + (msl— ys) ag — = %a (x5 — 2ys) X+ @ascg)y —c (25 - %) Z (12i) Cl1iI
(25— 3) as

st = —(1‘5 —y5) all — Tz ag — = —%a (2:135 —y5) X — @ayg;y—c(z — %) Z (121) ClII
zZ5 — 5) as
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