a-ThSiy (C.) Structure:
A2B t112 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 ThSi,
AFLOW prototype label A2B_t112_141_e_a-002
Strukturbericht designation C.
ICSD 77320
CCDC 1637759
Pearson symbol tI12
Space group number 141
Space group symbol 14, /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
CdSisy, DySis, GdGes, LaGes, LaSis, NdGes, NpSiy, PrGes, PuGes, PuSis, SmGes, a-USis

e (Brauer, 1942) give the atomic positions in setting 1 of space group I4;/amd #141. AFLOW transforms this to the
standard setting 2.

e Anatase TiOy (C5), |a-ThSiy (C.), and |3-MooN| 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.

Body-centered Tetragonal primitive vectors

a; = —1aX+3ay+ici

az = 3aX—iay+3cz

ag = %afch%ayf%ci

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = §a1+éa2+%a3 = %aer%cZ (4a) ThI
B, = %al—k%az—}—iag = %ai—iay—kgci (4a) Th1
B; = (zz—i—i) al+2282+ia3 = %ay—&—czzi (8e) Sil
B, = zmar+ (z2+ 1) ay+ 2ag = lax+iag+c(n—1)2 (8e) Sil
By = 7(227%) a1722a2+%a3 = %anyZQZ (8e) Sil
Bg = —2’23.1—(22—%) ag—i—ia;; = %ai—ia&—c(zz—i)i (8e) Sil
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