CaBeoGesy Structure:
A2BC2_tP10.129_ac_c_be-001

This structure previously used the label(s) A2BC2_tP10.129_ac_c_bc. Calls to these addresses will be redirected here.
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Prototype Be;CaGey

AFLOW prototype label A2BC2_tP10-129_ac_c_bc-001
ICSD 25337

CCDC 1601082

Pearson symbol tP10

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=A2BC2_tP10_129_ac_c_bc-001
--params=a, c/a, z3, 24, 25
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Other compounds with this structure

BaAUQSHQ, BaMgQPbQ, BanQSbQ, BaZHQSHQ, CGCUQSHQ, CeRthSQ, CeRhQPQ, EUAHQAIQ, EHPdQSbQ7 EUPtQGeg, HOPtQSiQ,
LaCUQSDQ, LaPthig, LaPtgGeg, LaPtQSiQ, LaRhQAs2, LaRhQPQ, LlPnglQ, NdRhQASQ, 1\Id}{hgpg7 PI‘R,hQASQ, PI‘RhQPQ,
SI‘AUQSHQ, SI‘CUQSHQ, SI‘PdQSbQ, SrPt2A827 ThII‘QSiQ, ThPtQSiQ, UII‘QSiQ, UPtQSIQ

e This is a ternary form of the D13 (BaAly) structurel The atomic positions are approximately the same as in the
conventional cell of BaAly, but the distribution of the atoms on those sites and the resulting relaxation leads to a
different structure.

e Space group P4/nmm #129 has two settings, but both have the same z-axis origin, so either setting will do here. We
chose our standard setting 2.

Simple Tetragonal primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By = 3a;+1ay = fax + jay (2a) Be I
B, — Lay+2a, _ Lag + 30y (20) Be 1
B;s = Sa + jax+5az = j0X+jay+5c2 (2b) Ge I
B, = ja1+ 2ay + jas = jaX+jay + zez (2b) Ge I
By = %314’%324’2333 = %af(JriaerCZgi (2C) Be II
B = %a1+%a2_23a3 = %ai+%ay—czgi (2¢) Be II
B, = ial+iaz+24a3 = iai+ia5’+cz’4i (2¢) Ca I
Bs = far+far—za = jax+3ay —cuz (2¢) Cal
By = ia1+ia2+25a3 = %a;‘chiaS’JrCZsi (QC) Ge Il
Bio = %a1+%az—z533 = %ai+%ay—cz5i (2¢) Ge II
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