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e Space group R3 #146 allows an arbitrary choice of the origin of the z-axis. Here we set z5 = 0 for the Pd-III atom.

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

Rhombohedral primitive vectors

a; = %a&—%ay—i—%ci
az = %ay + %CZ
ag = —%a}‘(—%aer%cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a] + x1as + x1 as = cx1 Z (1la) Pd1
B, = To Ay + T ag + T as = CToZ (1a) Pd II
Bz = r3a; +yszas + 23 as = %a(mg—Z;}))2—%5&($3—2y3+23)5’+ (3b) PI
%C(Is +ys + 23) 2
B, = Zgay + xrzaz + ysas = —%a(yg—z;:,)>‘<+§a(2x3—y3—23)y+ (3b) Pl
%C (23 +y3 + 23)
Bs = Ysap +zzaz +r3as = —%a($3—y3)§( %a(x3+y3—2z3)y+ (3b) PI
%C( 3+Y3+23) 2
Bs = Tia) +ysag + z4 a3 = la(zs—2)%— La(rs— 2y +2) §+ (3b) PII
tc(watys+2) 2
By = zZga; + X483 + Yy as = —3a(ya—z) X+ {a(2$4—y4—24)5’+ (3b) Pl
sc(Tatys+21) 2
Bs = Ysay + 2422 + 433 = —%a (T4 —ya) X \ég (T4 +ys —224) §+ (3b) P1II
sc(za+ys+2z1) 2
By = Tsay + ysas + 25 as = %a (x5 —25) X — \ég (x5 —2ys + 25) ¥ + (3b) Pd 111
sc(ms 4+ ys +25) 2
BlO = Zsal + Tsas + ys as = 7%& (y5 — 25) X+ %a (2:65 — Y5 — 25) y + (Sb) Pd III
%0(15 +ys + 25) 2
Bi1 = Ys a1 + 25as + Ty as = —%a (x5 —ys) X— ‘Gf (x5 +ys — 225) §+ (3b) Pd 111
tc(ms +ys + 25) 2
B12 = Te Al +y6 as + 2g as = %CL ((L‘ﬁ —26) X — \/Tga, ($6 —2y6+26) 5’4— (3b) Pd IV
%0(376 + Y6 + 26) 2
Bis = 26 a1 + Tgas + yg as = —%a(yg —z6) X+ %a (226 —ys — 26) ¥ + (3b) Pd IV
2c (w6 + yo + 26) 2
Bis = Y6 a1 + 26 a2 + Te A3 = —3a(z6 —ys) X — %a (z6 + Y6 —226) ¥+ (3b) Pd IV
%C( Te + Yo + 26) Z
Bis = zray +yras + 27 ag = la(wr—2) %~ La(er—2yr +2) §+ (3b) PdV
tc(wr+yr+27) 2
Big = zra; + r7as +yras = —la(y —z)x—&—‘fa(Qx —yr—z7) ¥+ (3b) PdV
3 7 7 7T—Yr —27) Yy

sc(zr+yr+27) 2



Bz = yrai + zrag + a7 ag = *%a(ﬂﬁ?*yﬁﬁ*%a($7+y7*227)5’+ (3b) Pd Vv
C

(x7 +yr + 27) 2

1

3
Bis = rga; +ysaz + zsas =  ga(vs—2s) X— \/Tga(ffs —2ys +28) ¥+ (3b) Pd VI
1
gC

(w8 +ys + 28) Z
B = zgaj + rgas + yg as = —%a (ys — 23) X+ ?a (228 —ys — 23) ¥+ (3b) Pd VI
% (78 +ys + 28) 2

c
B2 = ysay + zgaz + rgag = —%a(xs—y)&_§G($8+y8—2zs)5’+ (3b) Pd VI
c

(8 +ys + 28) Z
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