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Prototype Rh3ScSiy

AFLOW prototype label A3BC7_hR22_167_e_b_af-001
ICSD 15243

CCDC 1596015

Pearson symbol hR22

Space group number 167

Space group symbol R3c
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AFLOW prototype command aflow --proto=A3BC7_hR22_167_e_b_af-001
--params=a, c/a, T3, T4, Y4, 24

Other compounds with this structure
CGAU3A17, NdA113A177 PrAu3A177 SCITgSi77 SIIlAugAAh7 YbII‘3GE77 YbII‘gSi’;, Yth3Sl7

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

Rhombohedral primitive vectors

a; = %aif ?aer %ci
az = %ay + %ci
ag = —%afi — %ay + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = %al + %32 + ia3 = ici (23,) Sil
B, = %al + %ag + %ag = %02 (2a) Sil
B; = 0 = 0 (2b) Sc I
B, = %al + %ag + %ag = %Ci (2b) Scl
Bs; = z3a; — (v3 — 3) az + tag = %a(4x3—1)&—§a(4x3—1) ¥+icz (6e) RhI
B = ta;+zzay — (23— 1) a3 = la(ws—1) %+ Laay —1) g+ Lez (6e) Rh I
B, = —(5,173—%) a1+ia2+x3a3 = —a ((E3—i) f(—&—ici (6e) Rh1
Bg = —r3a; + (xg + %) as + %ag = %a (41,‘3 + 3) X+ ‘2/;@ (121}3 + 1) v+ %Ci (66) Rh1I
Bg = %al — T3ag + (563 + %) as = % (4:173 — 1) x—ia (12%3 + 5) 5’ % Z (66‘) Rh1
Bio = (z3+3) a1+ 3ay —a3ay = a(:v3+i)§<+fay+— zZ (6e) Rh1
B = Taay +ysag + z4 a3 =  ta(zy—2z) X— ‘/Tga(m -2y +2) 5+ (12f) Si Il
%0(534 +ys+2) 2z
B12 = Zga1 +xr4a0 + Yq A3 = —%a (y4 — 24) X+ f (22E4 — Y4 — 2’4) y-‘- (12f) Sill
aen s+ 2)
Bis = Yysa1 + z4a2 + x4 a3 = —la(ws—y) X- ‘ég (xa+ys—2z4) §+ (12f) Sill
sc(za+ys+2) 2
By = —(u-3a—(m—13a— = la@i—z)&+Lales—2ys+z)§— (12f) Sill
(z4—1) a3 fc(2z4+2y4+224—3)
Bis = - (Z/4 - %) a; — (364 - %) az — = —za(ys—2z) X— % (214 —ys —24) ¥ — (12f) Si Il
(24 — 1) a Fe(2w4 +2ys +224 — 3) 2
Big = —(zu—3)ar—(u—3)as— = —Za(zs—ys) X+ %a (xg+ys—224) §— (12f) Sill
(ya— 1) a3 tc(2wg +2ys + 224 —3) 2



Bz = —Tqa1 —Ysdz — 24a3 = —%a (x4 — z2) X+ —a (24 —2ys+24) §— (12f) Sill
el 4+y4+24) z
Bigs = —zZ4Q] —T4a2 —Ygas = %U« (y4 - 2«'4) X - f (2554 —Ys— 24) y - (12f) Sill
3¢ (2 + Yo+ 24) Z
B19 = —Ysa1 — 242 — T4 a3 = %a (1'4 - y4) )A( + %a (3)4 + Ya — 224) y - (12f) Sl I
%C (Ta+ya+z1) 2
By = (24 + %) a; + (y4 + %) as + o 1 a(ry — 24) X— \/65 (T4 —2ys +24) §+ (12f) Sill
(z2+1) a3 Fc(2m4 +2ys + 224 +3) 2
B =  (mtdat(ety)at = falu—z) %+ Palu—y—=2)y+ (120 Si Il
(24 +1) ay %c(2x4—|—2y4+224—|—3) Z
By = (za+ L) ar+(zu+d)at = lal@i—w)x—Lalwaty—2u)9 (12f) Sill
(ya+ 1) ag fc(2z4+2y4+224+3)
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