TisGay Structure:
A4B5_hP18.193_bg_dg-001

This structure originally had the label A4B5_hP18_193_bg_dg. Calls to that address will be redirected here.
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Prototype GayTis

AFLOW prototype label A4B5_hP18.193_bg_dg-001
ICSD 103997

Pearson symbol hP18

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


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/443S
https://aflow.org/p/A4B5_hP18_193_bg_dg-001

Other compounds with this structure
’I‘h5S1’l47 ZI‘5A147 ZI‘5G&4, Hf5Sl’l4, Ba3TlTe5, 1\IbII‘O7 CegTiSbg), CegTiBi5

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

Hexagonal primitive vectors

a3

La2
a3 = %afc - ?ay N
az = %afc + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Gal
B, = 1aj = ica (2b) Gal
By = laj+2ay = lax+Lay (4d) Ti I
By = 2a;+1ay+Lag = lag— Bay + Lea (4d) Ti |
Bs = 2a;+sap = lax— Lay (4d) Til
Bg = %al—l—%ag—}—%ag = %af(—i— %ay—i—%ci (4d) Til
B, = r3a; + i as = %amg X — @ascg v+ ici (6g) Ga II
Bg = T3as + ia3 = %angc—k §Gm3y+ ici (6g) Ga II
By = —r3a; — T3as + i as = —ax3 X+ %cﬁ (6g) Ga 11
Bio = —z3a; + %ag = —%angc—i— ?axgy—l— %CZ (6g) Ga II
Bi1 = —x3as + % as = —%G/I:}, X — ?aatg v+ %ci (6g) Ga II
B, = T3a; + r3as + % as = axrs3 X + %ci (6g) Ga II
Bz = Taa; + %ag = %auif @a:c4y+ %02 (6g) Ti Il
By = T4ag + iag = %ami—i— ?amy—i— ici (6g) Ti Il
Bis = —r4a; —T4a + +ag = —azs X+ tci (6g) Ti IT
Big = —x4a; + %ag = —%aa:p‘c—i— @auy—k %ci (6g) Ti II
By = —z4as + % as = f%au X — @am v+ %02 (6g) Ti Il
Bis = T4a1 +Tga0 + % as = axrs X + %ci (6g) Ti 11
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