AglaTiOy4 Structure:
ABC4D tP14 129 ¢ c 2cf ¢-001
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Prototype AglaO3Ti

AFLOW prototype label ABC4D_tP14.129_c_c_2cf_c-001

ICSD 78719

CCDC 1638992

Pearson symbol tP14

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=ABC4D_tP14_129_c_c_2cf_c-001

--params=a, c/a, 21, 22, 23, 24, 25, 26

Other compounds with this structure
GdNaTiOy4, LaNaTiO,4, NaNdTiO4, NaPrTiO4, NaSmTiO4
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e (Toda, 1995) report this structure in setting 1 of space group P4/nmm #129. We used AFLOW to transform it into the
standard setting 2. This shifted the origin by (a/4 a/4 0).

e ICSD lists the compounds AsMO3sH (A = alkaline earth, M = metal, H = halide) under this structure type, but we have
moved those to a new prototype, BasInO3F.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tatjartaag = [aX+jay+on 2 (2c) Agl
B, = Sa;+3ay—za3 = jax+ 30y —cn 2 (2e) Agl
B; = 1a;+1as+ a3 = 10%+ 309 +cani (2c) Lal
By, = S3a;+3a;—2ay = fax+ 30y —cni (2¢) Lal
Bs = 1a1+ jas+ 23a3 = 10X+ jay + 232 (2¢) Ol
Bs = 3a;+3a)— 234 = Sak+2a9 —ca32 (2¢) Ol
B, = 1a;+ a4 2443 = 10R+ 30y +ca2 (2c) OlII
Bs = Sa;+2ay — 2523 = fax+ 30y —cuz (2¢) OlII
By, = Laj+Lay+ 258 = jok+ oy + ez (2c) Til
Bio = 3a;+3a;— 2543 = 0%+ 20y —cz 2 (2c) Til
By, = 3a;+ a4 2 a3 = 3a%k+ jay + cz62 (4f) O I
Bz = 1a1+ 3as+ 25 a3 = j0X+ 30§+ 262 (4f) O I
Bis = la; +3a;— 2523 = lax+3ay —c2 (4f) O III
By = 3a;+1a)— 243 = 0%+ jay —cz2 (4f) O I
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