CerGaj1Rhig Structure:
ATB11C18 hR36.166_a3c_bbc_3h-001
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Prototype Ce7Gaj1Rhig

AFLOW prototype label A7B11C18_.hR36-166_a3c_b5c_3h-001
ICSD 432163

CCDC 1791224

Pearson symbol hR36

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A7B11C18_hR36_166_a3c_b5c_3h-001
—~params=a, C/av T3, T4,T5,T6,L7,T8, L9y L10, L11, <11, L12, 212, L13, 213

e This is a stretched out version of the |CesGasRhg and Ces GayRh;io structures.

Rhombohedral primitive vectors

a; = %ak—%aff—l—%ci
_ 1 o 1.5

as = ﬁay—kgcz

ag = —%ai—%ay—i—%ci

Basis vectors
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Lattice
coordinates

0
La +3ast bay
rza; +r3ag +x3as
—x3a)p —XzaAg — T3zas
T4a1 +Tq4a2 + 2483
—T4a] —Tgay — T4 a3
Tsar + r5az + x5 ag
—T5a] —Tsaz — Ts5as
Te a1 + Te a2 + Tg a3
—Tedl —Tgaz — Te A3
r7ay +xr7as + x7ag
—Zrayp —IT7az —Trag
rga) + rgas + xrgag
—ZTgad —Igaz — Tgasz
Tgai + Tgaz + X9 ag
—Tga —Tgaz —T9ag
Ti0a1 +Tipa2 + Tipas
—Zi0d1 —T10a2 — T104A3

r11a; +ri1az + 21183
zi1a1 +x11a + r11as

r11a1 + 21122 + 1183

—Z11a1 —X11A2 —T11a3
—T11d1 —T11a2 — 21143

—Zi1a1 —Xi1a2 —T11a3

Ti2a1 +Ti2az + 212a3
z12@1 + 1282 + T12a3

Ti12a1 + 21222 +Ti12a3

—Z12Q1 — X124z — T12a3
—T12a1 —Ti12a2 — 21243

—ZTi2Q1 —Xi12a2 — T12a3

r13a1 +ri3az + 21343

ziz a1 +ri1z3as + ri3as

Cartesian
coordinates

fa(zy —211) X+ Ya(ryn —211) §+
2x11 + 211) Z

(
1) X+ %a(mu —z11) ¥+
$c(2r11 +211) 2

A

,%a (xll — le) 5’ + %6(25811 + 211) Z

fa(w —211) X — %a (11— 211) ¥ —

$c(2r11 +211) 2

—La(zn —z21) & — LBa(zn —21) § -

%C(Z’Ell + 211) Z

%a(fﬂn —z211) § — 3¢ (2@11 + 211) 2

)
la(zio — 212) X+ ?a (12 — 212) § +
%C(Q.’Elz + 212) Z

—3a (w12 — 212) X+ %a (12 — 212) ¥ +
2¢(2m12 + 212) 2

*%a (12 — 212) § + %6(29312 + 212) Z

ta(wi2 — 212) X — %a (12 — 212) ¥ —

%6(21‘12 + 2’12) Z

—La(z1s — 212) & — Ba (12— 212) § —
3¢ (2212 + 212) 2

%a (z12 — 212) § — 2 (2x12 + 212) 2

)
Lla(wis — 213) %+ Ba(vrs — 213) §+
%C(Q.’El;g + 213) Z
—%a (x13 — 213) X+ %a (13 —213) ¥ +
2c(2z13 + 213) 2

Wyckoff
position
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Atom
type
Cel
Gal
Ce I1
Ce I1
Ce 111
Ce II1
Ce IV
Ce IV
Ga II
Ga Il
Ga III
Ga III
Ga IV
GalVv
GaV
GaV
Ga VI
Ga VI
Rh1

Rh1

Rh1
Rhl1

Rh1

Rhl1
Rh II

Rh II

Rh IT
Rh II

Rh II

Rh 1T
Rh III

Rh IIT



B33 = xr13a) + 213a2 + xr13 a3 = *%a (xlg — 2’13) 5’ + %C (2I13 + 213) Z (Gh) Rh IIT

B34 = —Zz13A] —T13Ay — 1343 = %a (3?13 — 213) X — %CL (.%‘13 — 2’13> 5’ — (Gh) Rh 111
%C (21‘13 + Z13) Z
Bss = —Z13a1 — 132 — 21343 = *%a (z13 — 213) X — ?a (z13 —213) ¥ — (6h) Rh IIT
%C(Z’Elg —+ 213) 2
B36 = —X13a1 — Z13@2 — Tr13aAs = %a (.’L’]g — 213) 5’ — %0(21'13 + 213) Z (Gh) Rh III
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