CdAlyS, (E3) Structure:
A2BC4_t114_82_bc_a_g-001

This structure originally had the label A2BC4_tI14_82_bc_a_g. Calls to that address will be redirected here.
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Prototype Al,CdSy

AFLOW prototype label A2BC4_t114_82_bc_a_g-001
Strukturbericht designation E3

ICSD 25634

Pearson symbol t114

Space group number 82

Space group symbol 14

AFLOW prototype command aflow —-proto=A2BC4_tI14_82_bc_a_g-001
--params=a, ¢/a, T4, Y4, 24

Other compounds with this structure
CdAlgSe4, CdAlgTe4, CdGaQS4, CdGaQSe4, CdGa2T64, COG&QS4, FeGaQS4, HfGagSe4, /B—HgAgQIzl’ HgAlQS47 HgAlQSe47 HgA12Te4,
HgGasSy, HgGasTey, HglnoSey, HglnoTey, ZnGasSy, ZnGasSey, ZnGagTey, ZnlnsSey, ZnlnoTey

e When ¢ = 2a and © =y = 1/4, and z = 1/8 the atoms are on the sites of the diamond (A4) structure, but of course there
are defects. Removing the Al-I (2b) atom transforms this to the BPO, (HO07) structure.

e (Pearson, 1967) gives this the designation F3, without any subscript. It should be defined as E3,, but as he did not put
any other structures into this subcategory, we will leave it as is.
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https://aflow.org/p/A_cF8_227_a-001
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Body-centered Tetragonal primitive vectors

ay —%ai—i—%a —l—%ci
as %af{—%ay—l—%ci
as %ai—f—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) CdI
B, = %al + %ag = %Ci (Qb) All
B3 = %a1+%a2+%a3 = %aer%cZ (2C) Al II
By = (Ya + 24) a1 + (24 + 24) @z + = arsX+ays,y +cza (8g) S1
(r4 +ya) a3
Bs = — (y4 — 2’4) a; — (.Z‘4 — 24) as — = —ary X — ays y +cz4Z (8g) ST
(x4 +ya) ag
Be = —(vatza)ar+(ya—2)az— = ays X —aryy —cza (8g) S1
(r4 —ya) a3
B, = (x4 —z4) a1 — (ya + 24) az + = —ays X +axsy — cz4Z (8¢) S1
(934 - y4) as
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