CSgASQClg (K?g) Structure:
A2B9C3 hP14 150 d eg ad-001

This structure originally had the label A2B9C3_hP14_150_d_eg_ad. Calls to that address will be redirected here.
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Prototype AsyClgCss

AFLOW prototype label A2B9C3_hP14.150_d_eg_ad-001
Strukturbericht designation K73

ICSD 45733

Pearson symbol hP14

Space group number 150


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/4FK1
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Space group symbol P321

AFLOW prototype command aflow --proto=A2B9C3_hP14_150_d_eg_ad-001

—~params=a, C/a7 22,%23,T4,T5,Y5, 25

Trigonal (Hexagonal) primitive vectors

a; = %afc — éay
ag = %af( + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Cs1
B, = %a1+%a2+zQa3 %afﬁr%ay—i—czgi (2d) As1
B = %a1+%a2*2233 %aif%ayfcai (2d) As1
B, = %al—i—%ag—l—zgag, %ai—k?ay—i—czg,i (2d) CsII
B; = 2a, 4+ Lay —zay lagx —Lay —czi (2d) Cs I
Bsg = T4 %am X — @am vy (3e) ClI
B, = T4 g %afc4 X+ gau y (3e) Cll
Bsg = —X4a; — X4 A2 —axs X (3e) Cll
By = Tsa; + ysas + 25 as %a(x5 +ys) X — ?a(% —ys5) ¥+ cz5 2 (6g) Cl1I
Bio = —ysa; + (v5 — ys) az + 25 ag %a (x5 — 2y5) X + @aazsa y+cezz (6g) Cl1I
B.1 = — (x5 —y5) a1 — x5 a9 + 25 a3 f%a (225 —y5) X — ?ay5y+cz52 (6g) ClII
B = Ysai + T as — 25 as %a(l‘g, +ys) X+ ?a(a% —ys5) ¥ —c25 % (6g) Cl1I
Bz = (x5 —ys) a1 — ys as — 25 ag %a (x5 — 2y5) X — ?a% ¥ —cz5% (6g) Cl1I
By = —z5a1— (5 —y5) aa —z5a3 —3a(2z5 —y5) X+ §Gy55’ —cz5 % (6g) i
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