TisGay Structure:
A4B5_hP18.193_bg_dg-001

This structure previously used the label(s) A4B5_hP18_193_bg_dg. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e 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.

https://aflow.org/prototype-encyclopedia/443S

https://aflow.org/prototype-encyclopedia/A4B5_hP18_193_bg_dg-001

Prototype GayTis

AFLOW prototype label A4B5_hP18.193_bg_dg-001
ICSD 103997

CCDC 1661922

Pearson symbol hP18


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/443S
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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=103997&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1661922&DatabaseToSearch=Published

Space group number 193
Space group symbol P63/mem

AFLOW prototype command aflow --proto=A4B5_hP18_193_bg_dg-001
--params=a,c/a, 3, T4

Other compounds with this structure
I’If5SI147 NbsGa:47 Np5G€4, Pllg,Pb47 Th5Pb4, Th5SIl4, U5Ge4, ZY5A14, ZI5G&4, Z1“5Pb47 Zr5Sb4, ZY5SH4, DyGeSC, DySCSi,
ErScGe, ErScSi, HoScGe, HoScSi, IrNbO, ScSiTb, TmScGe, TmScSi

e This is the D8g structure with the addition of two atoms on the (2b) site.

e Many ternary compounds with this structure can be found on the LasgTiSbs structure page.

Hexagonal primitive vectors

a1’ .

a3 = %afc - @ay

a; = %afc + ?ay

azg = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2b) Gal
B, = 1ag icz (2b) Gal
By = laj+2a, lagk+Lay (4d) Til
B, = 23, +1ay+lag lax—Lay+lcz (4d) Ti
Bs; = 2a;+gap fax — ¥ay (4d) Til
Bg = ta;+Zax+ 5as sak+ Yay+ ez (4d) Til
By = T3a; + i a3 5ar3X — @am v+ ici (6g) Ga Il
Bg = T3as + %ag sar3X + @a:pger %02 (6g) Ga 11
By = —T3a; — T3ag + i as —ar3X + ici (6g) Ga II
Bio = —z3za; + %ag —%GI35(+ ?aa?gy—i— %ci (6g) Ga Il
B,y = —x3as + %ag —%aa:gfc— @al‘gy—k %ci (6g) Ga II
B = r3a; + r3as + %ag ars X+ %ci (6g) Ga II
Bz = Tia; + i as %am X — @am v+ ici (6g) Ti II
B4 = T4a0 + %a3 %amf:—i— ?am}?—i— ici (6g) Ti II
Bis = —x4a; — T4a + 5 a3 —azs X+ tez (6g) Ti 11
B = —x4ay + %ag f%ax4§<+ @auer %ci (6g) TiII
By = —z4a; + 2 ag —tawgk — ?amy +3cz (6g) Ti Il
Bis = r4a; +xgax + 2 ag ars X+ 3cz (6g) Ti II
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