RhsoSiy3 Structure:
A10B7_-hP34_176_c3h_b2h-001

This structure previously used the label(s) A10B7_hP34_176_c3h_b2h. Calls to these addresses will be redirected here.
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Prototype RhoSiis

AFLOW prototype label A10B7_hP34_176_c3h_b2h-001
ICSD 43241

CCDC 1612763

Pearson symbol hP34
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Space group number
Space group symbol

AFLOW prototype command

176
P63/m

aflow --proto=A10B7_hP34_176_c3h_b2h-001
—~params=a, c/a, T3,Y3, T4, Y4, T5,Ys5, L6, Y6, L7, Y7

e The Si-I (2b) site is only occupied 50% of the time, giving the observed stoichiometry.

Hexagonal primitive vectors

a2

al
a3 = %afc — @ay
az = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2b) Sil
B, = 1aj = ica (2b) Sil
B; = %al—l—%ag—&—%ag = %afc—i— %ay—i—ici (2¢) Rh1
By = 2a,+Lay+2ay = lax—Lay+3ca (2c) Rh I
Bs = z3a; +ysas + 5 as = la(zs+uys) x— La(rs—ys3) ¥+ iez (6h) Rh II
Bg = —ysa; + (x3 —ys3) az + %ag = %a (3 —2ys) X+ @axg ¥+ gcz (6h) Rh II
B, — (3 —y3) a1 —xzay + iag = 50 (2x3 —y3) X — 73ay3y + 4cZ (6h) Rh II
Bg = —x3a; —ysas + %ag = —%a(xg +ys) X+ 7361 (r3 —y3) ¥ + jcz (6h) Rh II
By = ysar — (x5 — y3) a2 + 3 a3 = la(—x5+2y3) X — @axgerZcz (6h) Rh II
Bio = (r3s —ys) a1 + zzas + %ag = %a (2z5 —y3) X + 73ay3 v+ %cz (6h) Rh II
Bi: Tqay +ysaz + iag = %a (4 4 ys) X — TBCL (r4 —ys) ¥+ %CZ (6h) Rh III
B = —ygay + (4 —yq) az + iag = 50 (g —2ys) X+ ?au v+ ¢z (6h) Rh III
Bz = — (x4 —y4) a1 —xga9 + %ag = —50 (224 —ys) X — 73ay4y + 3¢2 (6h) Rh III
By = —x4a; —Yygas + %ag = —%a (xg +ys) X+ ?a (xa—ya) ¥+ %cz (6h) Rh III
Bis ysay — (T4 —yq) ag + %33 = %a (—z4 +2y4) X — ?amy + %ci (6h) Rh III
Bis =  (za—us)ai+agas+2a; = la(2es —ya) X+ Layay + 3ca (6h) Rh 111
Bi; = T5a; 4+ ysas + 5 as = la(zs+ys) X— @a (x5 —ys) § + 1c2 (6h) Rh IV
Bis = —ysa1 + (x5 —ys) az + %33 = %a (x5 — 2y5) X + @aa% v+ ici (6h) Rh IV
Big = — (x5 —ys) a1 — x5 az + %83 = —%a (2z5 — y5) X ?a% v+ %ci (6h) Rh IV
By = —r5a; — ysas + %ag = —%a (x5 +ys) X+ @a (x5 —ys) ¥+ %ci (6h) Rh IV
Ba1 ysa; — (x5 — ys) ag + %ag = %a (—x5 + 2ys5) X — §Qw5 v+ %ci (6h) Rh IV
By = (x5 —ys5) a1 + z5a2 + %ag = %a (2x5 —ys) X+ 73ay5 v+ %ci (6h) Rh IV
Baz = Tgay + ye az + iag = %a (6 +ys) X — 73(1 (x6 —ye) ¥ + ici (6h) SilI



Boy —ysas + (6 — ys) az + %ag = %a (6 — 2yg) X + @a:rﬁ v+ %02 (6h) SiIl
Bss = — (z6 — ys) a1 — zgaz + 1 ag = —2a(2z6 — ys) X — @%@5’ + fcz (6h) Sill
B = —zTga; — ygas + %ag = —%a (6 + ye) X + ?a (x6 —ye) ¥+ %ci (6h) SiII
By = ysa; — (xe — ye) as + %33 = %a (—x6 + 2yg) X — ?aaﬁg ¥+ 3cz (6h) SiII
Bas (x6 —ys) a1 + g ag + %ag = %a (226 — ys) X + Tgaygy + %ci (6h) SilI
By = z7a; +yras + as = la(erty) - La(er—yr) 9+ Lez (6h) Si 11T
B3y = —yra; + (x7 —y7) a2 + %ag = %a (x7 —2y7) X+ ?awy + ici (6h) Si I1I
Byi = —(z7—yr)a—a7as+ia; = —La ey —yr) R — Lay; 9 + Lea (6h) Si I11
Bs2 —z7a; —yras + S ag = —la(zr+yr) %+ @a (x7 —y7) §+ 3c2 (6h) Si III
Bss = yrai — (7 — yr) ax + 3 ag - la (27 +2yr) X — Laxr§ + 3z (6h) Si 11
B3y = (x7 —y7) a1 + x7 a2 + %ag = %a (2x7 —y7) X+ @amy + %ci (6h) Si III
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