NayBaNi(POy)y Structure:
AB2CDSE2_hP14 147 _a_d_b_dg_d-001
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Prototype BaNayNiOgPs

AFLOW prototype label AB2CD8E2_hP14.147_a_d_b_dg_d-001
Pearson symbol hP14

Space group number 147

Space group symbol P3

AFLOW prototype command aflow --proto=AB2CD8E2_hP14_147_a_d_b_dg_d-001

—~params=a, C/Cl, 23,24, 25,%6,Y6, 26
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Trigonal (Hexagonal)

primitive vectors

al
233
a1 = lagx- Bay
az = %a)‘c + éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Bal
B, = 1a; ica (1b) Ni I
B; = %al—i—%ag—l—zgag %ai—&—?ay—i—cz;gi (2d) Nal
B4 %al—k%ag—zgag %aﬁ—%ay—czgi (2d) Nal
B = %a1+%a2+z4a3 %a&—&—%ay—i—czéﬁ (2d) Ol
B 2a;+1ay—zas lax—Lay —cuz (2d) o}
B, = %al—i—%ag—l—zg,a;; %afc—&—?ay—i—c%i (2d) PI
Bs = %al—l—%ag—%ag = %aﬁ—%ay—c%i (2d) PI
By = Tgay + yg as + 2 as = %G/($6+y6) X — @a (6 — yg) ¥ + c26 Z (6g) O1II
Bio = —ysay + (6 — Ys) a2 + 26 a3 = la(zg —2ys) X+ ?am ¥+ cz 2 (6g) oIl
Bi1 = —(x6 —yYs) a1 — Tg Az + zp a3 = —%a (226 — ys) X — @ayGy—I—chi (6g) O1II
Bi2 = —Tedl — YeA2 — 26 A3 = —%a(%—i—yg) ﬁ+73a(956 —Ys) ¥ — cz6 2 (6g) oI
Biz = ys a1 — (xg — yYs) az — 26 a3 = %a (—x6 + 2yg) X — @CLJ;G Y —czZ (6g) oIl
By = (r6 —y6) a1 + T az — 26 a3 = sa(2x6 — ys) X+ @ayg V—c22 (6g) O1I
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