K3W2C19 (K?l) Structure:
A9B3C2 hP28 176 hi af £-001

This structure originally had the label A9B3C2_hP28_176_hi_af_f. Calls to that address will be redirected here.
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Prototype ClgK3W,

AFLOW prototype label A9B3C2_hP28_176_hi_af_f-001
Strukturbericht designation K7

ICSD 16760

Pearson symbol hP28

Space group number 176

Space group symbol P63/m

AFLOW prototype command aflow --proto=A9B3C2_hP28_176_hi_af_£f-001
~Tparams=a, C/a7 22,23, %4,Y4,T5,Y5, 25


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/XV4Y
https://aflow.org/p/A9B3C2_hP28_176_hi_af_f-001

Other compounds with this structure
I(gTigC]g7 RbgTigClg, KgMOQBI‘g, KgTiQBI‘g, RbgOSQBI‘g

Hexagonal primitive vectors

a; = %afc — ?ay
as = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 1a; = ick (2a) K1
B, = 3 ag = 3ca (2a) KI
B; = %al—k%ag—kzgag = %afc—&—?cf—i—czgi (4f) KII
By = Za,+iast (n+1)as = lagx—Lagte(n+l)e (4f) K II
Bs = Za;+1ay—zay = lax—Lay —cni (4f) K II
Bg = %a1+%a2_(22_%) as = %ai—i—%ay—c(@—%)i (4f) KII
B = %al—l—%ag—i—z;),ag = %afc—&—fgay—i—cz?j (4f) WI
By = Zai+lagt (2 +1)as = lag —Bagte(z+1)a (4f) W1
By = %314*%&2*2333 = %aif%ayfcz;gi (4f) WI
Bio = %al—l—%ag—(zg—%) as = 1a>‘(+§ay—c(23—%)2 (4f) WI
By, = z4a1 +ysaz + 1 as = 30(za+ys) X — La(zs—ya) §+ jc2 (6h) Cll
B, = —ygay + (x4 —yq) a2 + iag = %a (g —2yq4) X+ @au v+ %CZ (6h) ClI
Bis = — (x4 —ya) a1 —z4a0 + L ay = 30 (2z4 —ys) X — Bays § + jci (6h) Cl1
Bis = —zga; —ysaz + S ag = —la(watuys) X+ ?a (x4 —ya) §+ 3c2 (6h) ClI
Bis = ysa; — (x4 —yq) as + %33 = %a (—x4 +2y4) X — @amy + 3¢z (6h) ClI
Big = (x4 —ys4) a1 + T4a0 + %ag = 50 (2x4 —ys) X+ @ayély + 52 (6h) ClI
Bz = Tsay +Ysaz + 25 ag = %a(% +y5) X — §G($5 —Ys) § +c25 2 (12i) ClII
Bis = —ysa; + (5 —ys) a2 + 25 ag = %a (x5 —2y5) X+ @axg) v +cz5Z (12i) CliI
Big = — (x5 —y5) a1 — x5 a9 + z5a3 = —%a (225 —y5) X — @ayg, ¥y +cz5Z (12i) CliI
B2 = —Tsair — Ysaz + (Zs + %) as = —%a (x5 +ys) X+ La (r5s —ys) ¥ + (12i) CllI
c (z5 + 2%) z
Ba: = ysa;—(x5 —ys) a2+(z5 + %) ag = %a (—x5 4+ 2y5) X — ?axs v+ec (25 + %) Z (12i) Cl1I
Ba2 = (x5 —ys5) a1+as a2+(25 + %) as %a (2z5 —y5) X+ ?ayg) v+ec (z5 + %) Z (12i) Cl1I
Bos = —r5a; — ysag — 25 a3 = *%Q(CE5 +ys) X+ @a(xg) —ys5) ¥ —c25 2 (12i) ClII
Bay = ysar — (r5 — ys5) a2 — 25 a3 = 50 (—x5 +2ys) X — @a% Vy—c2z (12i) ClII
Bos = (x5 —ys) a1 + T5as — z5 as = %a (2x5 —ys5) X+ ?ayg) Y —cz5% (12i) Cl1iI
Bog = Tsay + ysag — (25 — %) as = %a (x5 +ys) X — ?a (x5 —ys) ¥ — (121) ClII
c (25 — %) Z
Byr = —ysay + (5 —ys) ag — = ga(xs —2y5) X+ @axg)y —c(s—3) 2 (12i) Clla

(5 —3) a



S

w>

Bzg = — (1‘5 — y5) a] — Tyag — = 7%& (2:175 — y5) — 23ay5§f —C (25 — %) Z (121) ClII

(5 —3) a3
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