Rhombohedral CuTisSs Structure:
AB4C2 hR28 166 _2c¢_2¢2h_abh-001

This structure originally had the label AB4C2_hR28_166_2c_2c2h_abh. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: [10.1016/j.commatsci.2021.110450.
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Prototype CuS4Tis
AFLOW prototype label AB4C2_hR28_166_2c¢_2c2h_abh-001
ICSD 170228
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/a7 X3,T4,T5,T6,L7,27,X8, 28, L9, 29

e CuTizS, can also be found in a spinel phase

Rhombohedral primitive vectors
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a; = %a&—%ay—i—%ci <3
as = %ay + %CZ
ag = f%afcf%ayqtéci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Til
B2 = %al + %ag + %ag %02 (1b) Ti II
B; = T3 a; + r3as + x3as cx3 7 (2¢) Cul
B4 = —X3aA] —XzaAz — T3as —CI3 Z (20) Cul
B5 = r4a1 +T4a9 +x4a3 CXy Z (2(3) Cull
Bg = —Tga] — T4a9 — T4 a3 —Cx4 7 (2¢) Cu Il
B = Tsa; + T5as + x5 as x5 7 (2¢) S1I
Bs = —X5A] — TyAy — Ty as —CZTs5 Z (20) ST
By = Tgal + Tgag + Tgas cre Z (2(}) S1I
Blg = —TgaAl — TgaAg — Tgas —CZx¢ Z (QC) S1I
Bi1 = Tray +x7ag + zras %a (x7 —2z7) X+ %a (x7—27) ¥+ (6h) S II1
%c (227 + 27) 2
B = zray +x7az + xryas —%a (1‘7 - 2’7) X+ ?a (.1‘7 — 27) v+ (Gh) S III
tc(2w7 4 27) 2
Bz = T7a; + zras + 7 as —%a (x7—2z7) y + %c (2z7 4+ 27) 2 (6h) S III
B14 = —Z7a] —Tyaz — ITras %CL (1?7 - 27) X — %a (LE7 - 27) 5’ - (6h) S III
tc(2w7 + 27) 2
By = —T7a; — Tryag — 27 as —%a (x7 — 27) X — %a (x7 —27) § — (6h) S III
tc(2ar + 27) 2
Big = —x7a] — 27 Ay — X7 A3 %a (x7 —27) y — %c (2z7 + 27) 2 (6h) S III
By = Tga] + rgag + zgas %a (g — 28) X+ %a (xs —28) ¥+ (6h) SIV
%c (228 + 28) 2
Bigs = zg a1 +xgas + rgas —%a (1‘8 —Zg) X+ ?a (.1‘8 —Zg) v+ (Gh) SIV
%c (225 + 23) 2
B19 = Irg ay -I-Zgag +£L'8 as —%a (.’Eg —Zg) y+ %C(2x8+28) 2 (6}’1) S IV
B20 = —Zzg Al — ITgaAy — IgaAs %CL (1?8 — Zg) )A( — %(I (LEg — Zg) 5’ — (6h) S IV
tc(2mg + 28) 2
By = —Tga; — Tgay — 2g A3 —%a (xg —28) X — %a (xs —23) ¥ — (6h) SIV
2c(2xs + 23) 2
By = —xga] — 23 Ay — Xg A3 %a (rs —23) ¥ — %C(ng + 23) Z (6h) SIV
B = Tgay + Tgag + 29 as %a (g — 29) X+ %a (xg —29) ¥+ (6h) Ti II1
%c (229 + 29) 2
By = Zgai + xgaz + rgas —%a (1‘9 - 2’9) X+ ?a (.Z‘g — 29) v+ (Gh) Ti IIT
$c(2mg + 29) 2
Bos = Tgaj + 29 as + Igas —%a (xg — 29) v+ %C (2%9 + Zg) Z (Gh) Ti III
B26 = —Zgda] — Tgady — Tgas %a (J?g — 29) X — %a (Ig - 29) 5’ — (Gh) Ti IIT

2c(2mg + 29) 2



By = —Tgay —Tgaz — Z9ag = *%a (z9 — 29) X — ?a (9 —29) ¥ — (6h) Ti I
%c (229 + 29) 2

Bos = —Xgaj — 29 Ay — Lo A3 = %a (xg —29) ¥ — %c (2z9 + 29) 2 (6h) Ti I11
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