v-NayTi3Clg Structure:
A8B2C3_hR13.160_2a2b_2a_b-001
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Prototype ClgNayTis

AFLOW prototype label A8B2C3_hR13_160_2a2b_2a_b-001
ICSD 259123

Pearson symbol hR13

Space group number 160

Space group symbol R3m

AFLOW prototype command aflow --proto=A8B2C3_hR13_160_2a2b_2a_b-001
--params=a, ¢/a, T1, T2, T3, T4, T5, 25, T6, 26, T7, 27

e NayTi3Clg can be found in three different phases (Hanni, 2017):

— 7-NayTizCls, below 210K (heating) or 190K (cooling) (this structure).

— B-NayTizClg is found between 190 and 210K when samples are cooled. It is in the R3m space group, but we have no
atomic positions.

— a-NayTizClg, above 190/210K, is in the NagMn3Clg structure.


https://aflow.org/p/L333
https://aflow.org/p/A8B2C3_hR13_160_2a2b_2a_b-001
https://aflow.org/p/A8B3C2_hR13_166_ch_e_c-001

e (Hénni, 2017) give the lattice constants of v-NasTisClg at 2K, and the atomic positions at 1.6K.

e Hexagonal settings of this structure can be obtained with the option --hex.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a; +xi1a +x1as cr1 % (la) ClI
B, = Toay + Toas + T2 as Ccx2 7 (1la) ClII
B; = T3a; + T3as + r3a;3 cx3 % (1a) Nal
B, = rq4a1 +T4a9 + x4a3 CT4Z (13) Na II
B5 = Trsa) + Tsas + z5as %a (I5 —25) X+ %CL (x5 —Z5) 5’+ (Sb) Cl III
tc(2m5 + 25) 2
Bg = zsa] + x5 ag + x5 as —%a(x5 —z5) X+ %a (x5 —25) ¥+ (3b) Cl1 111
%0(2355 +25) 2
By = Tsa) + zsas + Tsas —%a (.1‘5 —25) v+ %C(2$5—|—Z5) Z (3b) Cl III
Bg = Tga, + Tgag + zg as %a (6 — 26) X+ %a (x6 —26) ¥+ (3b) Cl1v
%c (226 + 26) 2
Bg = zZg a1 + rgaz + rgas —%a (1‘6 —2’6) X+ ?CL (1‘6 —26) }A’—F (3b) Cl1vV
2c(2w6 + 26) 2
Bio = Teal + 26 A + Tg as —%a (x6 —26) ¥ + %0(2956 + 26) Z (3b) Cl1V
B11 = r7a] +xyas + zyas %CL (I7 - 27) X+ %CL (I7 — Z7) 5’ + (Sb) Til
tc(2w7 + 27) 2
Bz = zra] +wrag + x7as —ta(zr —27) X+ %a (x7—27) §+ (3b) Til
%c (2x7 + 27) 2
Bis = T7ay + zrag + x7ag —%a (x7 —27) § + 3¢ (207 + 27) 2 (3b) Til
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