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Prototype AsoRhsSr

AFLOW prototype label A2B2C_oF20.69_g_f a-001
ICSD 417001

CCDC 1730533

Pearson symbol oF20

Space group number 69

Space group symbol Fmmm

AFLOW prototype command aflow --proto=A2B2C_oF20_69_g_f_a-001
--params=a, b/a, c/a,x3

Other compounds with this structure
EuRh2A52

e SrRhyAss is known to have two temperature-driven structural phase transitions (Zinth, 2012):

— Below 463K it is in the jmonoclinic a-SrRhyAs, structure.
— In the range 463-555K it is in this |orthorhombic S-SrRhoAss structure.
— Above 555K 4-SrRhyAss is in the tetragonal ThCrySiy structure,
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e (Zinth, 2012) have incorrect Wyckoff symbols for the structure of S-SrRhsAss in Table IV. We assume the actual
positions are correct, and shift the position of the strontium atom to the origin.

e The ICSD entry is from the earlier work of (Hellman, 2007).

Face-centered Orthorhombic primitive vectors

22
a; = %by + %CZ
a; = 3aX+ ici
ag = Ziax+iby
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Sr1
B, = ja1+jas+ jas ja%k+ by + ez (8f) Rh I
B; = %al—i—%ang%ag %ai{—l—%by—i—%ci (8f) Rh1
By, = —x3a; +x3a9 + 2323 axrs X (8¢) As 1
B; = T3a; — T3ay — T3 a3 —ax3 X (8g) As 1
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