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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

G3902813T13

A9B2C13D3_hP27_174_jli_ajkl_bed-001

61256

hP27

174

P6

aflow --proto=A9B2C13D3_hP27_174_jl_i_ajkl_bcd-001
—--params=a, ¢/a, z5, Te, Y6, L7, Y7, T8, Ys, L9, Y95 29, £105 Y105 210
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Hexagonal primitive vectors

a3 = %afc — @ay
a; = gaX-+ @ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) S1
B, = 1ag leg (1b) TI 1
B; = laj+2a lagk+ Yay (1c) T1 11
By = laj+2a,+lag lax+Lay+lez (1d) T1 111
Bs = %a1+%a2+z5a3 %aif%ay+cz52 (21) (OB
Bg = %a1+%a2—z5a3 %ax—%ay—c%i (2i) Ol1I
B; = T6a + Ye az sa(z6 +ys) X — Ba(x6 —ys) § (3) Gal
Bs —yoar + (6 — ys) @ la(zg —2ys) X+ @a%’y (3) Gal
By = — (76 — ys) a1 — 6 az —1a (2w —y6) X §0y6 y (3) Gal
Bio = T7ay +y7az la(er+yr) x— Pa(er—y1) ¥ (33) S1I
Bi1 = —yray + (v7 —y7) a sa(zr —2y7) X+ ‘falz‘?y (3) S1I
B2 = —(z7 —yr) a1 — a7 @y —3a (227 —yr7) X — ia?ﬁ y (31) S
Bz = Tgap +ygaz + %613 %a (g +yg) X — § (rg —ys) ¥ + %Ci (3k) S I
Bis = —ysar + (w5 — ys) az + 3 a3 % (rg — 2ys) X + ‘faxg y+3c2 (3k) S IIT
Bis = — (x5 —ys) a1 —xsax + 3 as 3a(2zs —ys) X — ‘égaygy + 3¢z (3k) S III
Bie = Tgai + Ygaz + 2zgas %a (939 +yo) X L a(zg —yo) ¥ +czo2 (61) Gall
B~ —yoay + (9 — yo) az + 29 a3 la(zg —2y9) X+ L 9y + 29 Z (61) Gall
Big =  — (9 —yy) a1 —z9az + 2923 —50 (29 — yg) X — 73ay9y +cz9 Z (61) Ga II
By = Tgay + Yo az — zg a3 3a (zo + o) X — ?G (T9 —yo) ¥ —c202 (61) Gall
B2 = —yoai + (rg — yo) az — 29 a3 ta(zg —2yo) X + iaxg y—c2z (61) Gall
B2: =  — (29 —yo) a1 —wgaz — 29a3 —1a (29 —yo) X — %aygy —cz9Z (61) Gall
B2z = T10a1 + Yo @2 + 210 a3 % (710 + y10) X — @ (10 = y10) ¥+ (61) SV
c210 %
B2s = —yioai + (10 — y10) a2 + 210 a3 La (w10 — 2y10) X + faﬂ?lo ¥ +czi02 (61) S IV
B2y = — (10— %10) a1 —Z10az+ 21023 —1a(2z10 — y10) X — %ayw ¥ +czi02 (61) SV
Bys = Zioai + Y0 a2 — 210 a3 fa(zio +yi0) X — ga (10 — Y10) § — (61) SIV
cz10 %
B2s = —wioai+ (10— y10) a2 — 210 a3 La(z10 — 2y10) X+ ﬁaﬂflo ¥y —czi02 (61) S IV
B2r = — (210 —%10) a1 —Z10az — 210 a3 —1a(2z10 — y10) X i611/10 ¥ —czi02 (61) SV
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