Cr-233 Quasi-One-Dimensional Superconductor (KoCrzAsg) Struc-
ture:

A3B3C2 hP16 187 jk jk ak-001

This structure previously used the label(s) A3B3C2_hP16_187_jk_jk_ck. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/XP6Z

https://aflow.org/prototype-encyclopedia/A3B3C2_hP16_187_jk_jk_ak-001
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Prototype As3CrzKy
AFLOW prototype label A3B3C2_hP16_187_jk_jk_ak-001
ICSD 35909


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/XP6Z
https://aflow.org/prototype-encyclopedia/A3B3C2_hP16_187_jk_jk_ak-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=35909&DatabaseToSearch=ICSD

CCDC 2197457

Pearson symbol hP16
Space group number 187
Space group symbol P6m2

AFLOW prototype command aflow --proto=A3B3C2_hP16_187_jk_jk_ak-001
--params=a, c/a, Ta, T3, Ta, T5, Tg

Other compounds with this structure
CSQCT;g*AS;g7 K2M03AS3, RbQCI'gASg, Rb2M03A83

e (r-233 designates a class of structures of the form A;BsAss, where the “A” atoms form one-dimensional chains. Several
of these compounds have been found to superconduct at temperatures on the order of 5-10K.

e The ICSD entry is for RbaMosAss from (Zhao, 2020). The ICSD entry lists that as the prototype, but (Bao, 2015)
obviously found K,CrzAss earlier, so we continue using it as our prototype.

Hexagonal primitive vectors

a2

al /
a3

a; = jza%-— ?ay
as = %af{ + @ay
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) KI
By = Toay — To ag —V3azy § (3j) AsT
Bs = Taay + 2z ay Saza %+ LBazy y (3) As T
By, = —2x9a; — T2 as —%angc—i— @a@y (3j) As 1
B; = T3a] — T3 a —V3azs § (3j) Crl
Bg = r3a + 2z3as %a:cgchr ?axgy (3j) Crl
By = —2x3a; —r3ag —%angc—i— §a$35’ (3) Crl
Bg = T4a1 — Tga0 + % as —V3az, § + %ci (3k) As 11
By = T4y + 2x4 a9 + %ag %ax;;fc—l— @ax4y+ %ci (3k) As 11
B = —2x4a1 — T4a9 + %ag f%az4§<+ @auer %cﬁ (3k) As 11
By1 = Tsa; — Tsas + % as —V3axs§ + %CZ (3k) CrlI
B2 Tsa; + 2zsas + %ag %amsi—i— @asr:‘ssf%— %ci (3k) CrII
Bz = —2r5a; — Tr5as + %ag —%a%i—i— @a%y—k %ci (3k) Crll
B = Tgay — Tgas + % as —V3azg§ + %cﬁ (3k) KII
By = Teay + 2zgag + %ag %axf;)‘(—i— ?a%y—i— %ci (3k) KII
Big = —2x6a1 — Tgag + %ag —%amgi—i— ?axﬁy—i— %ci (3k) KII


https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=2197457&DatabaseToSearch=Published
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