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

CCDC 1929785

Pearson symbol hR13

Space group number 160

Space group symbol R3m


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/L333
https://aflow.org/prototype-encyclopedia/A8B2C3_hR13_160_2a2b_2a_b-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=259123&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1929785&DatabaseToSearch=Published

AFLOW prototype command

aflow --proto=A8B2C3_hR13_160_2a2b_2a_b-001
—~params=a, C/a7 X1,T2,T3,T4,T5,25,L6,26,L7, 27

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

— 4-NagTi3Clg, below 210K (heating) or 190K (cooling) (this structure).

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

atomic positions.
— «a-NayTizCls, above 190/210K, is in the NasMn3Clg structurel

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

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria; +xrias + 1 as = Cl‘lz (la) ClI
B2 = To A +Toag + T Aas = Cx2 Z (la) ClII
B; = Tz a; + T3as + xr3as = cxr3 Z (1la) Na I
B4 r4a1 +T4a9 + xT4ga3 = CT4Z (1a) Na II
Bs = Trsa)] + Tsas + zsas = %Cl (1‘5 —25) X+ ?a ($5 —25) v+ (3b) Cl III
tc(2m5 + 25) 2
Bsg = zsa] + 25 ag + 25 as = —%a (x5 —25) X+ ?a (x5 —25) ¥ + (3b) Cl1 111
2c(2as + 25) 2
B; = Tsay + z5as + x5 as = —%a (x5 —25) ¥ + %c(2x5—|—z5) Z (3b) Cl1 111
Bs = Tgay + Teas + zg az = 1a(wg — 26) X+ %a (x6 —26) ¥ + (3b) ClIV
2c(2xe + 26) 2
By = zg a1 + rgaz + rgas = —%a (1‘6 — ZG) X+ %CL (336 — 26) v+ (Sb) Cl1vV
2c(2w6 + 26) 2
Bio = Tgay + zg as + g as = —%a (x6 —26) ¥ + %0(2306 + 26) Z (3b) Cl1v
By: = Trr7a; +xr7as + zyas = %a (x7 — 27) X+ ?a (x7 —21) §+ (3b) Til
tc(2w7 + 27) 2
Bix = zra) + r7ag + x7ag = —ta(zr —27) X+ ?a (x7—2z7) § + (3b) Til
tc(2ar + 27) 2
Bis = T7ay + zrag + x7as = —%a (x7 —271) § + %c(2x7 +27) % (3b) Til
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