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Prototype AlgErNij
AFLOW prototype label A9BC3_hR26_155_3cdef_c_f-001
ICSD 105031
Pearson symbol hR26
Space group number 155
Space group symbol R32

AFLOW prototype command aflow —-proto=A9BC3_hR26_155_3cdef_c_£f-001
—~params=a, C/a7 T1,X2,T3,T4,Y5,Y6,T7,Y7,27,T8,Y8, <8

Other compounds with this structure
DyNi3A19, EI‘NigAlg, GlegAlg, YNigAlg, YlegAlg, YbNigGag



https://aflow.org/p/9G5F
https://aflow.org/p/A9BC3_hR26_155_3cdef_c_f-001

e DyNizAlg and YNigAlg have additional rare earth atoms on the (1b) (1/2 1/2 1/2) site and aluminum on another (6f)

site, with partial occupancy on the rare earth (1b) and (1c) sites as well as the (3d) and both (6f) aluminum sites
(Gladyshevskii, 1993, Table 2).

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

Rhombohedral primitive vectors

a; = %af{ %ay—i—%ci = ;
1o 1.2 - ~ )
az = =ay + 3¢k 0’
V3 3 4’ =
ag = —%af{—?ay—l—%ci \\&
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +T1as + 1 a3 cxr1 Z (2¢) All
B, = —r1a; — 1 ay — T as —cx1 Z (2¢) All
B; = To Ay + T ag + T as CToZ (20) Al Il
B4 = —X2aA] —X2Ay — T2 aAj —CI9 Z (2(}) Al Il
Bs = r3a; + r3as + r3as3 cx3 7 (2¢) Al IIT
Bg = —x3a] — T3a9 — T3 a3 —cx32 (2¢) Al IIT
By = r4a1 +Tr4a9 + x4a3 = CT4Z (20) Erl
BS = —X4A] —TgAy — T4 A3z = —CX4 Z (2C) Erl
By = Y5 A — Y a3 = says X + §Qy5 vy (3d) Al TV
By = —ysa + ys ag = —ays X (3d) Al TV
B11 = Ysa] — Ysaz = %Gy5 X — §Gy5 S’ (Sd) AlTV
B2 = La; +ysar — ysas = %a(2y6+1)5<+‘f (6ys — 1) § + gc2 (3e) AlV
Biz = —ysay + %ag + ys as = —aye X + %ay—k FCZ (3e) AlV
B4y = Yg a1 — Yg Az + %ag = %a (2ys — 1) X — ga (6ys + 1)y + %ci (3e) AlV
Bis = Trraj +Yyrag + zryas = %a (.1‘7 — 27) X — \/Tga (.237 — 2y7 + 27) v+ (6f) Al VI
*C (w7 +yr + 27) 2
Bie = zrap +x7az +yras = —%a (yr — 2z7) X+ f a(2xr —yr —27) §+ (6f) Al'VI
3¢ (z7 + yr +27) Z
Bir = yray + z7az + T7as = —ja(zr—y7) R— \éga (7 +y7r —227) I+ (6£) Al VI
sc(wr+yr+27) 2
Bis = —z7a; —yrag —T7a3 = Lla(wr—z) %+ Laler—2r+2) Y - (6f) Al VI
sc(zr+yr+27) 2
By = —y7a; — Ty as — 27 as = —%a (yr — z7) X — %a (207 —yr —27) ¥ — (6f) Al VI
sc(er+yr+27) 2
B2 = —Tr7a; —zrax —yras = —sa(zr—yr) X+ f a(wy+yr —227) §— (6f) Al'VI
%C( x7 + Y7 +27) 2
B2: = rsal +ysaz + zsas =  ga(rs—2s) X— \/Tga(fﬂs —2ys +28) ¥+ (6f) Nil
sc(zs +ys + 28) 2
B2z = Zzga; +rgaz +ysas = —5a(ys —2s) X+ ?a (228 —ys — 28) ¥+ (6f) Nil
%C(ffs +ys + 28) 2
B2s = Yysay + zgaz + s ag = —ja(ws—ys) R— %a (8 +ys —228) ¥+ (6f) Nil
tc(ws+ ys + 28) 2



B2y = —Zgal —Ysaz — Igay = %a (x5 — 28) X+ \/Tga (zs —2ys +28) ¥ — (6£) Nil
%C(IES +ys + 28) 2
Bas = —yga; — Tgay — zgas = —sa(ys—2s) X— %a (228 —ys — 28) ¥ — (6f) Nil
tc(ws + ys + 28) 2
B2 = —Xgalp —zgaz — Ysasg = —%a (338 - ys) X+ %a (1'8 +ys — 228) y- (6f) Nil
%C(Is +ys + 28) 2
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