Rhombohedral CuTisS, Structure:
AB4C2_hR28.166_2¢_2c¢2h_abh-001

This structure previously used the label(s) AB4C2_hR28_166_2c_2c2h_abh. Calls to these addresses will be redirected here.
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Prototype CuS4Tis

AFLOW prototype label AB4C2_hR28_166_2c_2c2h_abh-001

ICSD 170228
CCDC 1685824
Pearson symbol hR28
Space group number 166
Space group symbol R3m

AFLOW prototype command  aflow --proto=AB4C2_hR28_166_2c_2c2h_abh-001
—~params=a, C/a/a T3, T4,T5,T6,X7,27,L, 28, L9, 29

e CuTizSy can also be found in a spinel phase.

Rhombohedral primitive vectors

a; = %af{—%aer%Cz

as = %a v+ %c V/

ag = —%a&—%ay—l—%ci

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type

B, = 0 0 (1a) Til
B, = %al + %ag + %ag %ci (1b) Ti II
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B3 = r3a) +rzag + xrzas = CI3 Z (2C) Cul

B, = —x3a; — r3as — r3as = —cx3Z (2¢) Cul

Bs = T4a1 + T480 + 7483 = cx4Z (2¢) Cull

Be = —X4A1] —XTg4Ay — T4 QA3 = —CXy Z (2(3) Cull

B7 = Tsa) + Tsag + rsas = C:Z?52 (2C) ST

Bgs = —Zsa] — Tsas — T as = —cx5Z (2¢) S1I

By = Tgay + Tgas + Tgas = cxe 7 (2¢) S1I

B10 = —TgaA]l — TgaAy — TgaAs = —CZg 2 (2(}) S II

B11 — Trap +x7a2+z7a3 = %a(z7fz7)x+f ( 772’7)5’+ (Gh) SIII
$c(2w7 + 27) 2

By = zra] + x7as + x7as = —%a (x7 —2z7) X+ ‘f a(xy —27) ¥+ (6h) S III
zc (227 + z7) Z

Bis = Trray + zyas + xr7as = —%CL (£E7 — 27) v+ lC (2$7 + 27) Z (ﬁh) S III

By = —z7a; —Xraz — T7ag = %a (z7 — Z7) X — %a( w7 —27) § = (6h) S I
Loy + 27) 2

B15 = —X7a] —Traz — zZ7as = —%a (177 — 27) )A( — ?a (:ZJ7 — 27) y — (Gh) S III
%c (2z7 + 27) 2

Bis = —z7a; — 272y — 7 a3 = Jza(zr —27) § — ¢ (227 + 27) 2 (6h) S I

B17 = rga] + rgas + zgas = %a (:L'g — Zg) iCl (Ig — 2’8) 5’ + (Gh) STV
§C(2l'g + 28) Z

Bis = zga) + xg ag + xg as = —ta(zs —23) X+ ‘f a(rs—z28) ¥+ (6h) SIV
5 (2$8 + ZS) Z

Big = Trga) + zgas + rgas = —%CL (;Eg — ZS) v+ lC (2$8 + 28) Z (ﬁh) STV

By = —zga; — Xg Ay — Xg A3 = %a (zs — Zg) X — %a (xg —28) ¥ — (6h) SIV
Le (228 + 23) 2

B21 = —Xga] —XgaAy — zg a3 = —la( rg — Zg) X — ?a (Ig - ZS) y - (Gh) STV
$c(2wg + 28) 2

B2 = —Tgal — zgay — Tgas = f a(rg —28) ¥ — 1 c(2xs + z3) 2 (6h) SV

B23 = Tgaj + Tgas + zg as = %a (:L'g — Zg) iCl (Ig — 2’9) 5’ + (Gh) Ti III
§C(2$9 + 29) Z

Boy = Zgaj + Tgas + xg as = —%a (xg — 29) X+ %a (xg —29) ¥+ (6h) Ti II1
Le(2wg + 29) 2

B25 = Zgaj + 29 az + Trgas = —%CL (;Eg — 29) 5’ + lC (2$9 + Zg) Z (ﬁh) Ti III

Bog = —Zga] — XLg Ay — Lo A3 = %a (zg — 29) X — %a (xg —29) § — (6h) Ti II1
zc(2xg + Zg) Z

B27 = —Xga] —Tgay — Zgas = —%a (179 - 29) X — —a (Ig - Zg) y — (Gh) Ti III
76(21'9 + 29)

Bos = —Xgaj — 29 Ay — Lg A3 = \}g a(zg —29) § c (229 + 29) 2 (6h) Ti II1
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