
BaS3 (D017) Structure:
AB3 tP8 113 a ce-001
This structure originally had the label AB3 tP8 113 a ce. Calls to that address will be redirected here.
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Prototype BaS3

AFLOW prototype label AB3 tP8 113 a ce-001

Strukturbericht designation D017

ICSD 70059

Pearson symbol tP8

Space group number 113

Space group symbol P421m

AFLOW prototype command aflow --proto=AB3_tP8_113_a_ce-001

--params=a, c/a, z2, x3, z3

Other compounds with this structure
AgDyTe2, AgHgTe2, AgErTe2, AgTe2Tm, AgGdTe2, AgTe2Y, BaSe3, BaTe3

• (Gottfried, 1938) originally gave the D017 label to the P21212 #94 BaS3 structure, however we follow (Partheé, 1993),
who uses the current structure as the D017 prototype.
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Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Ba I

B2 = 1
2 a1 + 1

2 a2 = 1
2a x̂ + 1

2a ŷ (2a) Ba I

B3 = 1
2 a2 + z2 a3 = 1

2a ŷ + cz2 ẑ (2c) S I

B4 = 1
2 a1 − z2 a3 = 1

2a x̂− cz2 ẑ (2c) S I

B5 = x3 a1 +
(
x3 + 1

2

)
a2 + z3 a3 = ax3 x̂ + a

(
x3 + 1

2

)
ŷ + cz3 ẑ (4e) S II

B6 = −x3 a1 −
(
x3 − 1

2

)
a2 + z3 a3 = −ax3 x̂− a

(
x3 − 1

2

)
ŷ + cz3 ẑ (4e) S II

B7 =
(
x3 + 1

2

)
a1 − x3 a2 − z3 a3 = a

(
x3 + 1

2

)
x̂− ax3 ŷ − cz3 ẑ (4e) S II

B8 = −
(
x3 − 1

2

)
a1 + x3 a2 − z3 a3 = −a

(
x3 − 1

2

)
x̂ + ax3 ŷ − cz3 ẑ (4e) S II
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