Hexagonal TigSns Structure:
A5B6_hP22.194 _ach_gh-001
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Prototype SnsTig

AFLOW prototype label A5B6_hP22_194_ach_gh-001
ICSD 660295

CCDC 1768105

Pearson symbol hP22

Space group number 194

Space group symbol P63 /mmc
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AFLOW prototype command aflow --proto=A5B6_hP22_194_ach_gh-001

--params=a, c/a, T4, T5

Other compounds with this structure
VGGa5

e Hexagonal TigSns coexists with orthorhombic TigSns, which takes on the [NbgSns structure. (Oni, 2014)

e (van Vucht, 1964) state that the Sn-T atom is on the (4b) Wyckoff position, but the coordinates given are for the (2a)
position. This fits with their figure of the structure, although the atoms they label at height “1/4” should be at zero and
vice versa.

Hexagonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Sn I
B, = 1ag = icz (2a) Sn I
By = laj+2a,+ Lag = lag+ Bay + Lea (2) Sn 11
B, = 2a;+iax+ 2ag = %ai—?afﬂ-%ci (2¢) Sn IT
Bs; = 1a = %ai—?ay (6g) Til
Bs = La, = lak+Lay (6g) Ti I
B, - Lo+ by - 6x) T
Bs = la;+lag = lag—¥3ay + Lea (6g) Til
By = l1as+1a; = 1ax+ ?ay—i—%ci (6g) Til
Bio = zaitzastzag = 30X+ 52 (6g) Til
Bi1 = T4y + 2z4 a9 + i as = %ax4 X+ @am@ v+ ici (6h) Sn IIT
B, = —2x4a1 — T4a9 + % as = f%au X+ 731114 v+ %02 (6h) Sn IIT
Bz = r4a; — Tgan + i as = —V3az,§ + ici (6h) Sn IIT
Bis = —z4a; — 2z4a9 + %33 = —%ami{ — ?am v + % (6h) Sn IIT
By = 2x4a; +T4a0 + % as = %aam X — TSCUM v+ %ci (6h) Sn IIT
Bis = —wga; +x483 + 2 ag = V3azs§ + 2c2 (6h) Sn III
By = Tsa; + 2zsag + i as = %axg, X+ ?axg) v+ ici (6h) Ti Il
Bis = —2x5a; — w5 ay + 1 as = —Saws %+ ?axg) y+ 1z (6h) Ti IT
By = rsay — Tsas + i as = —V3azs§ + ici (6h) TiII
By = —r5a; — 2T5as + %ag = f%axg, X — §GZ5 v + %02 (6h) Ti II
By = 2z5a; + x5 as + % as = %axg, X — §a$5 v+ %ci (6h) Ti Il


http://aflow.org/prototype-encyclopedia/A6B5_oI44_71_egkl_fghl-001

Bay = —z5a; +a5as + S ag = V3azs§ + 3c2 (6h) TiII
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