
α-ThSi2 (Cc) Structure:
A2B tI12 141 e a-002
This structure previously used the label(s) A2B tI12 141 e a.ThSi2. Calls to these addresses will be redirected here.
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Prototype ThSi2

AFLOW prototype label A2B tI12 141 e a-002

Strukturbericht designation Cc

ICSD 77320

CCDC 1637759

Pearson symbol tI12

Space group number 141

Space group symbol I41/amd
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AFLOW prototype command aflow --proto=A2B_tI12_141_e_a-002

--params=a, c/a, z2

Other compounds with this structure
CdSi2, DySi2, GdGe2, LaGe2, LaSi2, NdGe2, NpSi2, PrGe2, PuGe2, PuSi2, SmGe2, α-USi2

• (Brauer, 1942) give the atomic positions in setting 1 of space group I41/amd #141. AFLOW transforms this to the
standard setting 2.

• Anatase TiO2 (C5), α-ThSi2 (Cc), and β-Mo2N share the same AFLOW prototype label, A2B tI12 141 e a. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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8c ẑ (4a) Th I

B2 = 1
8 a1 +

7
8 a2 +

1
4 a3 = 1

2a x̂− 1
4a ŷ + 3
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4a ŷ − cz2 ẑ (8e) Si I

B6 = −z2 a1 −
(
z2 − 3

4

)
a2 +

1
4 a3 = 1

2a x̂− 1
4a ŷ − c
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