Cs3CoCl;5 (K31) Structure:
ASBC3 t136.140 _cl b_ah-001

This structure originally had the label ABBC3_tI36_140_cl_b_ah. Calls to that address will be redirected here.
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Prototype Cl5CoCs3

AFLOW prototype label A5BC3_t136_140_cl_b_ah-001
Strukturbericht designation K34

ICSD 14087

Pearson symbol t136

Space group number 140

Space group symbol I4/mem

AFLOW prototype command  aflow --proto=A5BC3_tI36_140_cl_b_ah-001
--params=a, ¢/a, T4, X5, 25

Other compounds with this structure
Cs3CoBry, CsBasTiaSegCl, RbsZnHjs, Cs3ZnHs, (Srs_, A, )AlO4F, (A = Ba, Ca), BagMOs, (M = tetravalent metal), MgMg(BHy)s,
(M = Rb, Cs)

e We show the structure using the data taken at 4.2K.

e We list the quaternary form of this structure as BaLayZnOs.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/GHEH
https://aflow.org/p/A5BC3_tI36_140_cl_b_ah-001
https://aflow.org/p/AB2C5D_tI36_140_a_h_cl_b-001

e Removing the CI-IT atoms from the (4c) site reduces this to the NH4PboBrs (K34) structure.

e There are many quaternary compounds with this structure. See the BaLasZnOs| prototype for more details.

Body-centered Tetragonal primitive vectors

a; = —%ai—l—%aA—i—%ci
as = %af{—%ay—i—%ci
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, %al + %ag ici (4a) Cs1
B. %al + 232 %ci (4a) Cs1
Bs 3a;+lay+lag lay+ ez (4b) Col
B4 ial—f—%az—f—%ag %ai—l—%ci (4b) Col
Bs 0 0 (4c) Cll
B lTa +3a ica (4c) ClI
B, (za+3) a1 +2ga0 + araX+a(za+1)y (8h) Cs1I
(2x4 + %) as
Bs — (x4 — %) a; —x4ag — —argX —a (a;4 — %) N (8h) CsII
(21‘4 - %) as
By Tiaq — (x4 — %) as + %33 (a:4 — l) X+aryy (8h) Cs II
Bio —z4a; + (x4—|—%) a; + %3.3 a(a:4—|—§) X—axsy (8h) Cs1I
Bi1 (x5 +25+ %) ar + avsX+a(zs+ 1) y+cesz (161) ClII
(x5 + 25) ag + (2:105 + %) as
B2 (—Jc5 + z5 + %) a; — —arsX —a (x5 — 7) V+ezsz (161) Cl1I
(x5 — 25) ag — (225 — 1) a3
Bis (x5 + 25) a1 + —a (w5 —3) X+ azs§y +cz5 2 (161) Cl 11
(—25+ 25+ 3) a2 + 2 a3
Bi4 — (x5 — ,25) a; + a(zs+3) X—awsy +ces2 (161) CllI
(;L‘5+Zr )a2—|—2a3
Bis (x5 —25) a (x5 — l) X+ arsy — cz57Z (161) Cl1I
(905 + 25 — %) 32 +3 5 a3
Bis — (x5 +25) a1 + a (ac5 + %) X—axsy —cz5Z (161) ClII
(25 -0+ 4) 20+ e
Bir (x5 — 25+ %) a1 + avsX+a(vs+3)§—czs2 (161) ClII
(x5 — 25) ag + (225 + 3) a
Bis — (w5 +25— %) a1 — —azsX—a(vs —3) § —cas (161) ClII

(SC5 + 2’5) ag — (2I5 — %) as
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