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Prototype PoPdqs

AFLOW prototype label A2B15_hR17_.148_c_ac2f-001
ICSD 1096

Pearson symbol hR17

Space group number 148

Space group symbol R3

AFLOW prototype command aflow --proto=A2B15_hR17_148_c_ac2f-001
--params=a, ¢/a, T2, T3, T4, Ya, Z4, T5, Y5, 25

e We have shifted the origin of the system from that used by (Andersson, 1977), moving the Pd-I atom (her Pd(4)) to the
(1a) Wyckoff position.

e Hexagonal settings for rhombohedral structures can be obtained with the option --hex.
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Rhombohedral primitive vectors

a; = %a&—?ay—i—%ci
ag = %ay + %ci
ag = f%afcf%ayqtéci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Pd1I
B, = To Ay + T ag + o as = CTo Z (20) PI
B3 = —X2aA] —X2Ay — T2 AaAj = —CX29 Z (2(}) PI
B, = r3a; + r3as + r3as3 = cx3 7 (2¢) Pd II
B; = —x3a] — T3a9 — T3 a3 = —cx32 (2¢) Pd II
Bg = Tqa] +Ygao + 24a3 = %(1 (1‘4 — 24) X — ‘/Tga (334 — 2y4 + 24) v+ (6f) Pd III
sc(Tatys+21) 2
Br = Zgar +Ta@2 +ysas = —%a (Ya — 24) X+ ?a (224 —ya — 24) T+ (6f) Pd III
sc(Ta+ys+24) 2
Bs = yaar + z4ag + x4 a3 = —ja(zy—ys) R— ?a (4 +ya —224) §+ (6f) Pd 11
(gt ys+21) 2
Bg = —ZTgaAl —Ysgay — 24a3 = 7%& (1‘4 — 24) f(+ ?a (134 — 2y4 + 24) y — (Gf) Pd III
sc(Ta+ys+24) 2
Bio = —Z48@1 —X4a2 —Yqag = %a (ya — 24) X — %a (224 —ys —24) ¥ — (6f) Pd 11
$c(Tg+ys+24) 2
B11 = —Ya a] —zZ4A2 — T4 Az = %a (I4 — y4) )A( + ?CL ($4 —+ Yq — 224) y — (6f) Pd III
%C (Ta+ya+z1) 2
B2 = rsa1 +ysaz + 25 a3 = ga(ws—25) X — \/Tgfl(ffs —2ys +25) ¥+ (6f) Pd IV
sc(ms+ys + 25) 2
Biz = Z5a1 + Tsaz + Y5 as = —3a(ys — ) X+ ?a(2x5 —ys —25) ¥+ (6f) Pd IV
%C(Is +ys + 25) 2
By = Ysar + zsaz + x5 as = —ja(zs—ys) X— %a (r5 +ys — 225) ¥+ (6f) Pd IV
%C(% +ys +25) Z
Bis = —Tsal] — Ysas — z5as = —%CL (1‘5 — 2’5) X+ ?a (33‘5 — 2y5 + Z5) S’— (6f) Pd IV
%0(955 +ys + 25) Z
Bis = —Zs5a1 —Tsaz —Ys5a3 = %a (ys — 25) X — %a (225 —ys — 25) § — (6f) Pd IV
%C(% +ys +25) Z
Bir = —Ysa1 — 25z — Tp a3 = ja(ws—ys) X+ ?a (5 +ys —225) § — (6f) Pd IV
sc(m5 4+ ys +25) 2
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