CdAss Structure:
A2B t112 98 f a-001

This structure previously used the label(s) A2B_tI12_98_f_a. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

As,Cd

A2B_t112_98 f a-001
609931

1743785

t112

98

14,22

aflow --proto=A2B_tI12_98_f_a-001
--params=a, ¢/a, T3

Other compounds with this structure
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Body-centered Tetragonal primitive vectors

\/al
a2
a; = —zaX+3ay+jci
as = iax—1lay+icz
ag = %afc—f— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Cd1
B, = Sa;+fay+1ag = 30y + tcz (4a) Cd1I
B; = %a1+(x2+§) a2+(:172+i) az = ao:zfchiaquéci (8f) As1
By = Iaj—(s2—35)az—(22—3)as = —aza X+ 20y + gci (8f) As1
Bs (372-‘1-%) al—l—éag—&—(:ng—i—i) ag = —iaﬁ—&—a(mg—&—%)y—i—%ci (8f) As 1
Bsg = —(@—%) a; +3ax — = %ai—a(xg—%)y—l—%ci (8f) As1
(z2—32) a3
References

[1] V. A. Rubtsov, E. M. Smolarenko, V. M. Trukhan, V. N. Yakimovich, and L. K. Orlik, Phase diagram of the CdPy-CdAsy
system, Phys. Stat. Solidi A 115, K155-K158 (1989), doi:10.1002/pssa.2211150238.

[2] V. N. Yakimovich, V. A. Rubtsov, and V. M. Trukhan, Phase Relationships in the CdPy-ZnPy-CdAsy-ZnAsy System, Inorg,.
Mater. 32, 579-582 (1996).

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data — Crystal Structure Database for Inorganic Compounds (2013). ASM
International.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of

Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043


https://doi.org/10.1002/pssa.2211150238
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

