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Prototype BaLayO5Zn

AFLOW prototype label AB2C5D_t136-140_a_h_cl_b-001
ICSD 88598

Pearson symbol t136

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow --proto=AB2C5D_tI36_140_a_h_cl_b-001
--params=a, c/a, T4, 5, 25

Other compounds with this structure
BaNd;MnSs, BaNd,ZnOs, BaNdsZnSs5, BaProFeSs, BaProZnSs, BaSmsFeSs, BagSnSs, BagTiSs, EugAlOs, Sr3AlOs, Sr3sGaO4F,
TlgCOCl5, Tl3F€Cl5, Sr(Sr0,5Gd0,5)2GaO5

e Some authors designate Sr(Srg5Gdo.5)2GaOs as the prototype for this structure, with the (8h) site randomly occupied by
strontium and gadolinium atoms. We prefer a structure with ordered atoms on this site.

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

e This is the quaternary form of the Cs3CoCls (K 3;) structure.
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Body-centered Tetragonal primitive vectors

a; =— —%ai—i—%a“—i—%ci
az = %ai—%ay—l—%ci
ag = faX+iay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tai+ ja icz (4a) Bal
B, = % a; + % as %ci (4a) Bal
B = %alJr%ang%ag %aericZ (4b) Zn 1
B, = ial—i—%ag—kéag %ai—i—ici (4b) Zn 1
Bs = 0 0 (4c) OI
Bg = lTa+3a ica (4c) 01l
B, = (za+3) a1 +2sa0 + araX+a(zs+1)y (8h) Lal
(2x4 + %) as
Bg = — (x4 — %) a; —T4a9 — —azrsX—a (a?4 — 5) v (8h) Lal
(23:4 - %) as
By = x4al—(x —%) ag+%a3 —a(m—%)f{—kauy (8h) Lal
B = —z4a; + (x4+%) as + %ag a(x4+%) X—axsy (8h) Lal
By = (x5 +25+ %) ar + avsX+a(zs+ 1) y+cesz (161) oIl
(x5 + 25) ag + (2x5 + %) as
B = (—Jc5 + 25 + %) a; — —ax5X —a (Jc5 — %) ¥y +cz52 (161) OII
(x5 — 25) ag — (225 — 1) a3
Bis = (z5 + 25) a1 + —a (x5 — %) X+arsy +cz52 (161) Ol
(st 20 ) o+ o
By = — (x5 — 25) a1 + a(zs+3) X—axsy +czs2 (161) O1II
(25 435+ 1) 20 + g
Bis = (x5 — 25) a1 — —a (w5 —3) X+ azsy — cz5 2 (161) on
(x5+25f%) a2+%a3
B = — (x5 +25) a1 + a (x5 + %) X—axsy —cz5 Z (161) O1II
(2535 + 1) 20 + g
Bir = (x5 — 25+ %) a1 + avsX+a(vs+3) §—czs2 (161) on
(x5 — 25) @z + (225 + 1) a3
Bis = — (:175+257 %) a; — fax5>“cfa(x5 — %) y—cziZ (161) OlII
(x5 + 25) ag — (2x5 - %) as
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