SrAl,Sey Structure:
A2B4C 0028661 kl_a-001

This structure previously used the label(s) A2B4C_0C28_66_1_k1_a. Calls to these addresses will be redirected here.
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Prototype Al;SeySr

AFLOW prototype label A2B4C_0C28_66_1_kl_a-001
ICSD 49732

CCDC 1614874

Pearson symbol 0C28

Space group number 66

Space group symbol Ccem

AFLOW prototype command  aflow --proto=A2B4C_oC28_66_1_k1_a-001
--params=a, b/a, c/a, z2, X3, Y3, T4, Y4


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/QSR1
https://aflow.org/prototype-encyclopedia/A2B4C_oC28_66_l_kl_a-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=49732&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1614874&DatabaseToSearch=Published

Other compounds with this structure
CaAlgse4

e We have shifted the origin so that the Sr-I atom is at the (4a) Wyckoff position rather than (4b).

Base-centered Orthorhombic primitive vectors

a; = sax—3iby
az = %afc + %by
ag = cZz 9
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag = ici (4a) Srl
B, = 3ay = 3c2 (4a) Sr1
B; = %a2+2’233 = %af{JriberczQZ (8k) Sel
B, = %al—(zg—%) as iai—ib‘—c(@—%)i (8k) Sel
B; = %32—2233 = iafc—i—iby—czgi (8k) Sel
Bsg = %al—k(zg—t—%) as = iai—iby%—c(z'g—ké) Z (8k) Sel
B; = (x3 —y3) a1 + (3 + y3) a2 = ars3X +bys§ (81) All
Bsg = —(z3 —ys3) a1 — (z3 + y3) a2 = —ax3X —bysy (81) All
By = —(z3+ys) a11_ (r3—y3) as+ = —ar3X +bysy + %ci (81) All
283
Bio = (z3+ys) ai+(zs—ys) ax+gas = axsX —bys ¥ + ez (81) All
B = (24 —ya) a1 + (24 + ya) a2 = arsX +bysy (81) Se II
B = — (24 —ys) a1 — (24 + ya) a2 = —arys X —bysy (81) Se I1
Bizs = —(matys)a—(va—ys) azt+ = —aza X +bys § + 5¢2 (81) Se I
243
Bis = (z4+uys) a1+ (x4 —ya) ag—i—%ag = axsX —bys ¥ + %ci (81) Se 11
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