RhsoSiy3 Structure:
A10B7_-hP34_176_c3h_b2h-001

This structure originally had the label A10B7_hP34_176_c3h_b2h. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/L6DT

https://aflow.org/p/A10B7_hP34_176_c3h_b2h-001

s

Are

&z
A

Prototype RhgoSiy3

AFLOW prototype label A10B7_-hP34_176_c3h_b2h-001
ICSD 43241

Pearson symbol hP34

Space group number 176

Space group symbol P63/m
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AFLOW prototype command

aflow --proto=A10B7_hP34_176_c3h_b2h-001
—~params=a, C/Ch T3,Y3, L4, 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

a3
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, = 1a; 3c2 (2b) Sil
B; = la+2a,+ tag lag+Bay+ Lez (2¢) Rb I
B, = Za,+Lag+ 2ay lag —Bag+3ca (2¢) Rb I
B; = z3a; + ysas + 1 as sa(zs+ys) X — La(zs —ys) §+ jc2 (6h) Rb II
Bg = —ysa; + (xr3 —y3) az + %33 50 (r3 —2y3) X+ §GI3 y+jcz (6h) Rb II
B, = —(z3—y3) a1 —azax + T ay 1a(2z3 —y3) X — Llays§ + Lez (6h) Rb II
Bs —z3a; —ysas + S ag —3a(z3+ys) X+ Sla(vs —ys) §+ Sc2 (6h) Rb I
By = ysa; — (x3 —ys3) as + %83 %a( 3+ 2y3) X — ?axg v+ fcz (6h) Rb II
Bio = (r3 —y3) a; +x3as + %ag % (273 —y3) X+ fay:sy + CZ (6h) Rb II
Bi1 = Tga; + ygag + iag %a (x4 +ys) X — § (xg—ya) §+ Zci (6h) Rb IIT
Bi2 —ysar + (v4 — ys) a2 + j as sa(zs —2ys) X+ f‘l%y + jc2 (6h) Rb III
Bis = — (x4 —ya) a1 —xga2 + ia3 —%a (224 —ya) X — LGEMY + 3 jc2 (6h) Rb II
Bia = —x4a; —ysas + %83 %a (4 +ya) X+ %a (T4 —ya) ¥+ ZCZ (6h) Rb III
Bis = yaar — (x4 —ya) az + 3 a la(—zq+2y) X — Laz,§ + 3ez (6h) Rb III
Bis = (24 —ya) a1 +T422 4 5 ag 30 (224 —ys) X+ f ays§ + Sca (6h) Rb III
Bir = Tsa; + ysaz + ia:s %0(3?54'95) X - 730(355 —ys) ¥+ gc2 (6h) Rb IV
Bis = —ysa + (25 —ys5) ax + L ag la(zs —2ys) X+ @a% ¥+ 1cz (6h) Rb IV
Big = — (x5 —ys) a; — w5 as + iag —3a(2x5 —ys) X — ?ayg, ¥+ ¢z (6h) Rb IV
By = —z5a; —ysap + 5 ag —3a (x5 +ys) X+ La (w5 —ys) §+ Sc2 (6h) Rb IV
By = ysay — (x5 — ys) a2—|—%a3 %a( 5+ 2y5) X — iaa:g,y—|— cz (6h) Rb IV
B2z = (x5 —ys) a1 + 522 + 5 ag 3a (25 —ys) X+ fa% ¥+ 3cz (6h) Rb IV
Bas = zgay + ysaz + § as 30 (x6 + ys) —§ (z 6—y6)Y+ cZ (6h) Sill
B2y = —ysay + (z6 — ye) az + § as a (6 — 2y6) X + i are§ + 2 (6h) Si Tl
B2s = —(z6 — y6) a1 — T a2 + %33 —3a (276 — y6) X — @a%y + 3C% (6h) Sill
B = —xga; — Ygas + %ag —za(xe +ys) X+ @a (x6 —ys) ¥ + %cz (6h) Sill



Bar = yoar — (z6 — y6) az + § as = Ya(—z6 + 2y6) X — Lazgy + Sz (6h) Si Tl
Bos = (z6 — Ys) a1 + Tgaz + 2 a3 = 1a (26 — yo) X+ Llaye § + 2c2 (6h) Sill
By = r7a; + yrag + iag = %a (x7 +y7) X — 7361 (x7 —y7) ¥+ %ci (6h) Si I1I
B3y = —yray + (v7 —y7) as + iag = %a (x7 — 2y7) X+ ?am& + ici (6h) Si III
B3 = —(z7 —yr) a1 — w72z + ia3 = —%a (227 —y7) X — 73%/75’ + %CZ (6h) Si III
Bs, = —T7a; —yraz + %aB = —%a (w7 +y7) X+ ?a (w7 —y7) ¥+ %Ci (6h) Si III
B3z = yra; — (x7 —yr) as + %83 = %a (=27 +2y7) X — ?ai’??y + %Ci (Gh) Si I
Bssy = (7 —y7) a1 + xras + %ag = %a (2z7 —y7) X+ ?awfr + %ci (6h) Si III
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