Pd5Ps Structure:
A2B15 hR17.148 _c_ac2{-001
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Prototype P2Pdy5

AFLOW prototype label A2B15_hR17_.148_c_ac2f-001
ICSD 1096

CCDC 1591286

Pearson symbol hR17

Space group number 148

Space group symbol R3
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AFLOW prototype command aflow --proto=A2B15_hR17_148_c_ac2f-001
—~params=a, C/a7 T2, X3,T4,Y4,24,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.

Rhombohedral primitive vectors
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aj = %G&—%ay—k%ci
as = %ay + %CZ
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ag = —3aX— -Fay -+ 3CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Pd I
B2 = Toaj] + roag + T2 as = CT2 Z (2(}) PI
B = —Zoa] — Topag — To a3 = —Ccxo Z (2¢) PI
B, = T3 a; + r3as + xr3as = cxr3 Z (2¢) Pd II
B5 = —X3aA] —XzaAz — T3as = —CI3 Z (20) Pd II
Bg = Tga] +Ygaz + 2z4a3 = %a (.734 — 24) X — \/Tga ($4 —2y4 + Z4) v+ (6f) Pd II1
%C (T4 +ys+24) 2
Br = zZgay + T4z +ysa3 = —3a(ys—z) R+ %a (224 —ys —24) §+ (6f) Pd III
%C(fm +ys+2) 2
Bs = Ya a —|— Z4 A + T4 Asg = —%a (1‘4 — y4) )A(— %a (374 + Yq — 224) y—‘r (6f) Pd III
%c(x4 +ys+24) Z
By = —rga; —ysas — 2483 = —la(zys—z) X+ ?a (x4 —2ys 4+ 24) § — (6f) Pd III
tc(watys+2) 2
Bio = —z4a) —T4a3 — Ys a3 = sa(ya—z) X — ?a (224 —ys —24) § — (6£) Pd III
sc(Tatys+21) 2
Bix = —Ysa1 — 2482 — 2483 = ja(zs—ys) X+ %a (T4 +ys—224) § — (6f) Pd III
sc(Tatys+24) 2
B2 = rsa1 +Ysaz + 25 a3 = ga(rs—25) X — \/Tga(xs —2ys +25) ¥+ (6f) Pd IV
sc(ms 4+ ys +25) 2
Bis = Zsay +Tsaz + ys as = —3a(ys —2) X+ %a@% —ys —25) ¥+ (6f) Pd IV
%0(555 +ys + 25) 2
B4 = Ys a1 + 25 as + Ty as = —%a (x5 —ys5) X— ?a (x5 +ys — 225) §+ (61) Pd IV
s¢(zs +ys + 25) 2



Bis = —Tsa; — ysas — z5as = —%a (x5 —25) X+ ?a (x5 — 2ys + 25) § — (61) PdIV
%C T5 +ys + 25) 2
Big = —Zsa] — Tsay — Y5 ag = la(ys— ) %— %a (225 —ys — 25) ¥ — (6f) Pd IV
sc(ms+ys + 25) 2
Bz = —Ysa; — zsaz — T5as = fa(ws —ys) X+ %a (w5 +ys —225) § — (6f) Pd IV
%C(Is +ys + 25) 2
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