B-Thls Structure:
A3B_0C64_66_kl2m _acl-001

This structure originally had the label A3B_oC64_66_k12m bdl. Calls to that address will be redirected here.
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Prototype I3Th

AFLOW prototype label A3B_0C64_66_kl2m_acl-001
ICSD 32681

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/a7 C/a7 23,%4,Y4,T5,Y5,T6,Y6, 26, L7, Y7, 27

e Our original entry (Hicks, 2019) reversed the a and b axis.

Base-centered Orthorhombic primitive vectors
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233_ a2

a; = %ai — %by
a; = %af{ + %by
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = ick (4a) Th1
B, = 3 ag = 3ca (4a) Th1
B; = 0 = 0 (4c) Th II
By = 3 ag = sc2 (4c) Th 1I
Bs = %a2+23a3 = %aﬁ+iby+0232 (8k) I
Bg = %al—(zg—%)ag iai—ilf—c 23—%)2 (8k) I1
By = %32—2333 = iaf(—l—iby—CZgi (Sk) I1
BS = %a1+(z3+%)a3 = iaﬁ—%bAﬁ—C(Zg—F%)Z (81() II
By = (x4 —ya) a1 + (x4 +y4) A2 = arsX +bys ¥ (81) 111
Bio = — (x4 — y4) a; — (.’)34 + y4) as = —arsa X —bysa ¥ (81) I
Bi1 = — (.T4 + y4) a; — (334 — y4) as + = —axsX+bys ¥+ %Ci (81) 111
383
Biz = (z4+uys) a1+ (x4 —ya) a2+%a3 = axs X —bys ¥ + %02 (81) I1I
Bis = (x5 —ys) a1 + (v5 + ys5) az = ars X + bys ¥ (81) Th IIT
B4y = —(z5 —ys) a1 — (x5 + y5) a2 = —azrsX —bysy (81) Th III
B15 = — (135 + y5) a; — (CC5 — y5) as + = —axrs X+ by5 y + %CZ (81) Th III
383
Bie = (z5+ys) ai+(x5—ys) ag—l—%a;; = axsX —bys ¥ + %ci (81) Th III
By = (x6 —ys) a1 + (x5 + ys) a2 + = argX +bysy + czg Z (16m) 1111
26 A3
Bis = —(26—vs) a1 — (6 +ys) a2+ = —ar¢X —byey +cz62 (16m) [ 1T
Ze A3
Big = —(xs6+ys) ai— (26 —ys) a2 — = —argX+bysy —c (26 — %) 2 (16m) 1111
zZ6 — %) as
Bzo = (Iﬁ + yg) a; + (£E6 — yg) as — = are X — bygy —C (26 — %) Z (16111) I III
Ze — %) as
Ba1 = —(26—¥s) ai — (z6 +ys) a2 — = —ax¢X —byey —cz6 2 (16m) L1
Zg A3
By, = (6 —ys) a1 + (z6 + ys) a2 — = argX + by y — czg Z (16m) 1111
26 A3
Bos = (x6 +ys) a1 + (v — ys) a2 + = argX —byegy + ¢ (26 + %) Z (16m) I III
(26 + %) as
Bay = — (376 + y6) a; — (.’136 — yﬁ) as + = —axgX +bys ¥ + ¢ (ZG + %) Z (16m) 1111
(2’6 + %) as



Bos = (v7 —y7) a1 + (z7 +y7) az + = ar7 X+ by § + czr Z (16m) I1v

Z7as
B = —(z7—yr)ar—(z7+yr)az+ = —ax7 X —byry +czr 2 (16m) 1LY
Zrag
Bar = —(zr+yr)ar—(z7r—yr)az— = —az7X+byry —c (2'7 - %) z (16m) LIV
zZ7 — %) as
Bos = (x7 +y7) a1 + (z7 — y7) a2 — = axrX—by;y—c (27 — %) Z (16m) 11V
z7 — %) as
Bzg = — (.137 — y7) a; — (.237 + y7) as — = —ax75< — by7 S’ — Cz7 Z (16111) 11V
Zrag
Bso = (x7 —y7) a1 + (z7 +y7) ag — = ar7X+by; § — czr Z (16m) IV
Z7as
B3, = (1‘7 + y7) a; + ($7 - y7) az + = axrX —byry+c (257 + %) Z (16111) 11V
(27 + 3) a3
B3z = —(zrt+yr)a—(xr—yr)az+ = —axrX+byry+c(zr+3) 2 (16m) InY
(27 +3) as
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