Sc-Clyo Structure:
A12B7 hR19 148 2f af-001
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Prototype Cli2Scr

|AFLOW prototype label A12B7_hR19_148_2f af-001
ICSD! 360211

CCDC 1607830)
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Pearson symbol hR19
Space group number 148
Space group symbol R3

AFLOW prototype command

aflow --proto=A12B7_hR19_148_2f_af-001

__Para-ms=a7c/a>$27 Y2,22,%3,Y3,23,T4,Y4, 24

e We have shifted the origin by 1/2 ¢ 2, moving the Sc I atom from the (1b) Wyckoff position to the (1a) site.

Rhombohedral primitive vectors

6&12
a; = %af( % y—i—%ci b
az = % ay + % Z
ag = —lagk— Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Sc1
Bz = Toal + Yz as + 29 asg %a(xzf@) X — %ga(l‘g 72y2+22) y+ (Gf) ClI
%C (w2 +y2 + 22)
Bs = zZzai + x2a + Yz as —5a(y2 — 22) X+ fa(2$2 Y2 — 22) ¥+ (6f) Cl1
%0(962 + Y2+ 22) Z
B4 = Yo a1 + 2o ag + To as 7%(1 (1‘2 7y2) )A(*%a (x2+y2—222) 5’+ (Gf) Cll
%0(552 + Y2 + 22) 2
B; = —Tpay — Yy as — 22 a3 —50 (22 — 22) X+ ‘ég (xa —2y2+22) § (61) Cll
sc(zaty2+22) 2
Be = —Z9 A1l — T2aA2 — Y2 as %a(yg —22) 5(— ?a (2502 — Y2 —2’2) y— (6f) Cll
%0(5172 + Y2+ 22) 2
B = —Y2@; — zzaz — Taa3 za(z2 —y2) X+ \6[ (T2 +y2 — 222) § (6f) Cl1
tc(ze+y2+22) 2
Bsg = rzaj +Yysag + z3as %a (r3 —23) X — \/Tga (r3 —2ys+ 23) ¥ + (61) ClII
%0(173 +y3 + 23) 2
By = zza; +wzaz +ysas —5a(ys — z3) X+ \/g a(2x3 —ysz —23) ¥+ (6f) Cl1II
%C (z3 + Y3 + 23) Z
Bio = ysai + z3az + T3 as —5a(z3 —ys) X— %a (z3 +ys —223) ¥+ (6f) ClII
%C( T3+ ys + 23) Z
By, = —Z3a1 —Ysaz — 2333 —3 ($3*Z3)ﬁ+\[ (r3 —2y3 +23) ¥ — (6f) ClII
el 3+y3+z$) Z
B2 = —Zza; —Xzaz —Yzag %a (ys — 23) X — %a (223 —y3 — 23) § — (6f) cla
sc(z3+ys+ 23) 2
Bis = —Ysap —zzaz —rzasg %CL (3 —y3) X+ f a(r3+ys —223) § (6f) Cll
%C(xs + Ys + 23) 2



By, = T4a1 +Yysas + 24a3 = %a (rg — 24) X — \/Tga (4 —2ys+2z4) ¥+ (61) Sc 11
%C ((L’4 +ys + Z4) Z

Bis = zgay + 48 +ysa3 = —3a(ys—z) R+ %a (224 —ya —24) §+ (6£) Scll
sc(xa+ys+21) 2

Bis = Ysa1 + zg a2 + x4 a3 = —%a (24 — y‘i) X— %a (T4 +ys —224) I+ (6f) Sc II
3C(Tq +ya+ 24) 2

By = —Tga1 —ysas — 2183 = —ja(ea—z) X4 a2 ta)y- (6 Sell
sc(za+ys+2) 2

Bis = —Zqa] —X4a3 —Ysag = %a (ya — 24) X — ?a (274 —ya —24) § — (6f) Sc Il
%c(x4 +Ys+ 24) Z

Big = —ysa; — 2482 — T4 a3 = la(wa—ya) X+ Pa(wa+ys—22) § - (6£) Sc Il
sc(za+ys+2) 2
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