B-Thls Structure:
A3B_0C64_66_kl2m_acl-001

This structure previously used the label(s) A3B_oC64_66_k12m _bdl. Calls to these addresses will be redirected here.
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Prototype IsTh

AFLOW prototype label A3B_0C64_66_kl2m_acl-001
ICSD 32681

CCDC 1606129

Pearson symbol 0C64

Space group number 66

Space group symbol Ccem

AFLOW prototype command aflow --proto=A3B_oC64_66_k12m_acl-001
—-params=a, b/a? C/a’7 23, L4, Y4, T5,Y5, L6, Y6, 265 L7, Y7, 27
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e Our original entry (Hicks, 2019) reversed the a and b axis.

Base-centered Orthorhombic primitive vectors

a; = lax—1lby
az = %afc + %by
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = ick (4a) Th1
B, = %ag = %ci (4a) Th1
B; = 0 = 0 (4¢) Th II
B, = 1a; = ica (4¢) Th I
By = %a2+23a3 = %af{—i—iby—i—cz;gz (8k) II
Bg = %al—(z3—%) as = iaﬁ—%lf—c(z;;—%)z (8k) 11
By = 1a, — 2343 = lax+1by —cz2 (8k) I1
Bgs = %a1+(23+%) as = iaif%b*+c(23+%)z (8k) 11
By = (24 —ya) a1 + (24 + ya) a2 = arsX +bysy (81) I
Bio = — (24 —ys) a1 — (x4 + y4) Az = —ars X —bysy (81) 111
Bii = —(za4ys)a—(za—wya)ag+ = —azs X +bysy + Lez (81) 111
283
Biz = (za+uys)ar+(zs—ys) astiag = azgsX —bys ¥ + 1cz (81) 111
Biz = (w5 —ys) a1 + (x5 +y5) a2 = axs X+ bys § (81) Th III
By = — (x5 —ys5) a1 — (v5 + y5) az = —axsX —bys§ (81) Th III
Bis = —(z5+us) ay — (r5 —ys) ag + = —azsX+bys § + Lcz (81) Th III
2 a3
Bis = (z5+ys)ai+(zs —ys) astias = azs X —bys § + 1c2 (81) Th IIT
By = (x6 —ys) a1 + (w6 + ys) as + = argX + bygy + czg Z (16m) 1111
%6 as
Bis = —(v6—ys) a1 — (v6+ys) a2t = —argX —bye ¥ + ¢z 2 (16m) LI
26 a3
Big = —(z6+ys) a1 —(v6 —ys) a2 — = —azgX +bys§ —c (2 — 3) 2 (16m) I I1I
26 — %) as
Bz = (76 +y6) a1 + (r6 — Ys) az — = aregX —bys§ —c (26 — 1) 2 (16m) [T
25— 1) ay
B2: = —(x6—ys) a1 — (v6+ys) a2 — = —argX —bye ¥ — cz 2 (16m) LI
%6 a3
Baz = (w6—ys) ar+ (v6 +ys) a2 — = areX +bye ¥ — cz6 2 (16m) LI
26 A3



Bas = (r6 + ys) a1 + (x6 — Ys) a2+ = areX —bys ¥ +c (26 + 1) 2 (16m) IIII

(2’6 -+ %) as
Boy = —(z6+ys) a1 — (z6 —ys) a2+ = —axrgX+bysy +c¢ (26 + %) Z (16m) I III
(204 1) 2
Bys = (J)7 — y7) a; + (.1‘7 =+ y7) as + = arr X + by7 y +czr 2 (16111) 11V
Z7ag
B = —(zr—yr)ar—(vr+yr)az+ = —ar7X —byr§ + car 2 (16m) InY
Z7as
Bar = — (.137 + y7) a; — (.237 — y7) as — = —ax7X+by;y—c (Z7 - %) Z (16111) 11V
zZ7 — %) as
Bas = (zrt+yr)ar+(zr—yr)az— = arrX—byr§ —c(2r— 1) 2 (16m) InY
z7 — %) as
Bay = —(z7—yr)ar—(zr+yr)az— = —ar7X —by; ¥ — cz7 % (16m) 1N
Z7 as
Bso = (vr—yr)ar+(vr+yr)az— = ary X +byr § — czr 2 (16m) 1LY
Z7as
B3 = (x7+y7) a1 + (x7 —y7) a2 + = ar7X —by; ¥ +c (Z7 + %) 2 (16m) 11V
(27 + %) as
B3z = —(zrtyr)ar—(xr—yr)as+ = —az7X+byry+c (Z7 =+ %) Z (16m) L1V
(2’7 + %) as
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