ScRhsSi; Structure:
A3BC7_hR22.167_e_b_at-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/NS5K

https://aflow.org/p/A3BC7_-hR22_167_e_b_af-001

Prototype Rh3ScSiy

AFLOW prototype label A3BC7_-hR22_167_e_b_af-001
ICSD 15243

Pearson symbol hR22

Space group number 167

Space group symbol R3c

AFLOW prototype command aflow --proto=A3BC7_hR22_167_e_b_af-001
--params=a, c/a, T3, T4, Y1, %4

Other compounds with this structure
CeAu3A17, NdAIl3A17, PrAu3A17, SCII‘3Si7, SmAu3A17, YbII‘gGE7, YbII‘gSi7, YthgSl7

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

a; = iaX%-— % ¥+ ez
az = % 5’ + % Z
ag = —lak—Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al + %ag + %ag = ici (2a) Sil
B, = %al + %az + %33 = %CZ (23’) Sil
B; = 0 = 0 (2b) Scl
B, = %al + %3.2 + %ag = %Ci (2b) Sc 1
Bs = Tr3ap — (l‘g—%) ag—‘r%ag) = éa(4x3—1)x—§a(4x3—l) S/—l—ici (66) Rh1I
Bg = jar+xza; — (z3 — 3) ag =  fa(dzs—1)%+ %a(llxg—l) y+icz (6e) Rh1
B, = — (23— 1) a1 + 1 as + z3a3 —a(z3—1) X+ 1cz (6e) Rh1
Bg = —xsa; + (.’L’g + %) as + %ag = —%a (4x3 + 3) X—i—ga (1223 +1) y+ %ci (6e) Rh1
By = Sa;—zzar+ (v3+3) a = —ta(dzs—1) X—£Q(12$3+5) y+c2 (6e) Rh1
Bio = (z3+3) a1+ 3a; — 2323 alrs+ 1) X+ %ay+ ez (6e) Rh1
B, = Tga1 +Yysaz + 24 a3 = ga(rg—z) X — 73 (T4 —2ys +24) § + (12f) Si Il
s¢(Tatys+24) 2
B2 = zZgar +T4a2 +Ysas = —5a(ys—24) X+ f‘l (274 —ya —z2) §+ (12f) Sill
%C(M + Ya + 24) Z
Bis = Ysar + zgap + T4 a3 = —za(ry—ys) X— %a (x4 +ya —224) §+ (12f) Sill
sc(Ta+ys+24) 2
B4 = - (Z4 - %) a — (y4 - %) az — = %0(1‘4 —z4) X+ \ég (T4 —2ys+2z1) ¥ (12f) Sill
(x4 —1) a3 Fc(2q +2ys + 224 — 3) 2
Bis = —(p—a—(za—ar— = —lalys—z)%—La@rq—ys—2)9—  (126) Sill
(24 — 3) a3 fc(2z4+2y4+224—3)
Bise = —(za—3)ai— (-2 a— = —dales—y)%+Lalegtys—22)9-  (120) Sill
(ya— 1) a3 fc(2x4+2y4+224—3) Z
By = —Z4a1] —Yqa2 — 24a3 = —%a (w4 — 24) X+ %a (1’4 —2ys + 24) y— (12f) Si Il
3¢ (T4 +ya+24) 2
Bis = —Z4a; —T4a2 —Ysas = %a (ya — 24) X — ﬁa (2z4—ya—2) § — (12f) Sill
%C (4 + Ys+z1) 2
B = —y4a; — z4 a9 — T4a3 = la(wa—y) %+ PBa(vs+ys—22) § - (12f) Sill
3¢ (4 + Ya+24) 2
By = (za+3)ar+ (ya+3)as+ = —la(wa—z) %—La(w—2u+z)y+ (120 Sill
(za+1)a fc(2z4+2y4+224+3)
B2:1 = (y4 + %) a; + ($4 + %) ag + = %a (ya — 24) X+ f a(2zy —ys—24) §+ (12f) Sill
(24 + 3) a3 fc(2x4—|—2y4+224+3)
B = (za+3) a1+ (za+ 1) az+ = sa(rg—ys) X— ?a (s +ys—224) §+ (12f) Sill

(y4 + %) as

5C(204 +2ys + 224+ 3) 2
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