Orthorhombic CrOg Structure:
AB3.0C16.40_b_a2b-002
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Prototype CrOs

AFLOW prototype label AB3.0C16-40_b_a2b-002
ICSD 24043

Pearson symbol oC16

Space group number 40

Space group symbol Ama?2

AFLOW prototype command aflow --proto=AB3_oC16_40_b_a2b-002
—-params=a, b/a7 C/aa 21,Y2,22,Y3,23, Y4, 24

e This is an updated version of the D07 CrO3 structurel

e (Bystrom, 1950) give this structure in the C2¢m setting of space group #40. We have shifted it to the standard Ama2
setting.

Base-centered Orthorhombic primitive vectors
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a; = aX

as = %by — %CZ
azg = %by + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1 a9 + 21 a3 = cx % (4a) OI1I
B, = %al —z1a + 21 a3 = %afc—kczli (4a) Ol
B; = %al—f—(yg —29) ag+(y2 +22) ag = %ai+by25’+0222 (4b) Crl
By = 3a—(o+m)a—(y2—22)a; = 3a% —by2 ¥+ c202 (4b) Crl
Bs = Jtai+(ys—23)ax+(ys+23) a3 = 10X +bysy + cz32 (4b) on
Be = 3ai—(ys+23)a—(ys—23) a3 = 3a% —bys§ + cz32 (4b) O1II
Br = laj+(yu—z)a+(yatz)a; = 10X +bys ¥ +ca (4b) O I
Bg = %al—(y4+24) as—(ys—2z4) ag = %a&— bysy + cz4 Z (4b) O III
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