PdAl Structure:
AB hR26 148 a2f b2{-001

This structure originally had the label AB hR26_148 b2f_a2f. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
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ICSD

Pearson symbol
Space group number
Space group symbol

AFLOW prototype command

58112
hR26
148
R3
aflow --proto=AB_hR26_148_a2f_b2f-001
--params=a, ¢/a, T3, Y3, 23, T4, Y4, %4, T5, Y5, 25, T6, Y6 26

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) AlT
B, = %al—l—%ag—&—%ag %ci (1b) Pd 1
By = r3ag +ysag + 23 as fa(ws — 23) X — %a(x3—2y3+23) v+ (61) AlTI
%C (w3 4+ ys + 23) 2
By = zza); +r3as + ysas —%a (yg — 23) X+ f (21[,‘3 — Y3 — 23) y+ (Gf) Al Tl
s¢ (a3 £ ys + 23) 2
Bs = ysai + z3az + T3 as za(x3 — y3) X— —a (3 +ys —223) §+ (6f) AlIT
%0(373 + ys +23) 2
Bg = —x3a; —ys3as — 2343 - (xg —23) X (:vg —2ys+23) §y— (61) Al Il
%C(xzs + Y3 + 23) 2
B, = —zg3a; — T3as — Y3 as %a (ys —2z3) X — ‘Gfa (203 —ys —23) § — (6f) Al Tl
sc(z3+ys+ 23) 2
BS = —Y3 a] —ZzaAdz —T3ag %a (1‘3 — yg) )A( f (Ig —+ Yys — 22’3) % (6f) Al II
%C (3 + Ys + 23) 2
By = Trqa] +Ygao + 24as3 %a (1'4 — Z4) X — \/§ ( T4 — 2y4 + 24) v+ (6f) Al IIT
%C (24 + Ys + 24) Z
Bio = z4a1 + 482 +ys a3 —ca(ys —24) X+ ‘[a (204 —ys — 24) §+ (61) Al 111
%C (4 + Ys+21) 2
Bix = Yysay +z4az + 2483 —5a (g —ys) X— \ég (T4 +ya —224) §+ (6f) ALTIL
%C(fm +ys+2) 2
B = —X4a1] —Ysgay — 2Z4Aa3 —50 ($4 — 2’4) X+ ‘éga (334 — 2y4 + 2’4) y (6f) Al IIT
%C( 4+ Ys+24) 2
Bis = —Zga1 —Tga2 —Y4ag L (224 —ya —24) § — (6f) ALTIL

%a(y4—z4)>‘<— 6
c(xg+ya+24) 2



B14 = —Ysa1 — 242 — T4 a3 = %a (1‘4 - y4) X+ ?CL (I4 + Yq — 22’4) y - (Gf) Al III
%C(IM +ys+2) 2

Bis = Tsay + ysas + 25 as = %a($5—Z5) X — \/Tga(xg, —2ys +25) ¥ + (6f) Pd II
s¢(zs +ys +25) 2

Bis = zsa1 + T5a + Y5 as = —ia(ys —2) X+ \éga (225 —ys — 25) ¥+ (6f) Pd 1l
%C( 5+ Ys+25) 2

Biz = Yys a1 + zs a2 + x5 a3 = —ja(ws—ys) R— \6[ (5 +ys — 225) §+ (6f) Pd II
%C(!EE) +ys + 25) 2

Blg = —TsaA] —YsaA2 — Z5AaAs = —%a ($5 — 2’5) }A(—f— ‘éga (3}‘5 - 2y5 + Z5) (6f) Pd II
%0(175 +ys + 25) Z

Bis = —Zsa1 —Tsaz —Ysag = %a (ys — 25) X — i a(2zs —ys —25) § — (6f) Pd II
%C(% + Ys + 25) Z

Bz = —Ysa; — 254z — T5a3 = ja(zs—ys) X+ ?a (r5 +ys —225) § — (6f) bd 1l
sc(ms 4+ ys +25) 2

Boy = T ay + yg A + 26 Ay = la(ze—2) X — La(ze — 2ys + 26) § + (6f) Pd 11T
%C(xe + Y6 + 26) 2

B2z = zg a1 + Te a2 + Yo A3 = —sa(ys—z) X+ fa (226 — Y6 — 26) ¥ + (6f) Pd III
%C(%‘ + Ye + %) Z

B2s = Y6 a1 + 26 a2 + Tp a3 = —ja(ze—ys) X— %a (6 + ys — 226) ¥+ (6f) Pd III
%0(556 + Y6 + 26) 2

B24 = —Tgd] — YgA2 — Zpg A3 = —%a (:L‘G - ZG) X+ \/65 (1’6 — 2y6 + 26) (6f) Pd III
sc (w6 + yo + 26) 2

B25 = —Zed] — TeaA2 — Yp A3 = %a (yﬁ - 26) X — ?a (2566 — Y6 — 2’6) y - (6f) Pd III
%0(376 + Y + 26) 2

B = —Y6 a1 — 2682 — T A3 = ia(ws—ys) X+ \ég (r6 +y6 — 226) ¥ (6f) Pd III
5¢(z6 + y6 + 26) 2
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