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Prototype Si3W5

AFLOW prototype label A3B5 tI32 140 ah bk-001

Strukturbericht designation D8m

ICSD 73331

Pearson symbol tI32

Space group number 140

Space group symbol I4/mcm

AFLOW prototype command aflow --proto=A3B5_tI32_140_ah_bk-001

--params=a, c/a, x3, x4, y4

Other compounds with this structure
Cr5Ge3, Cr5Si3, Mo5Si3, Nb5Si3, Ta5Si3, Ti5Ga3, V5Si3, Ti3Sb, Hf5Co1−xSb2+x, Hf5Cr1−xSb2+x, Hf5Cu1−xSb2+x, Hf5Fe1−xSb2+x,
Hf5Ni1−xSb2+x, Hf5Pd1−xSb2+x, Hf5Rh1−xSb2+x, Hf5Ru1−xSb2+x, Hf5V1−xSb2+x, Zr5Co0.5Sb2.5, Zr5Cr1−xBi2+x, Zr5Cr1−xSb2+x,
Zr5Fe0.5Sb2.5, Zr5Mn1−xBi2+x, Zr5Mn1−xSb2+x, Zr5Ni0.5Sb2.5, Zr5Rh0.5Sb2.5, Zr5Ru0.5Sb2.5
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• (Pearson, 1958) refers to this as the “T1 phase.”

• Removing the atoms from the (4b) site transforms this into the D2c U6Mn structure or the V4SiSb2 structure.
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2a ŷ + 1
2c ẑ
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ŷ (8h) Si II

B6 = −
(
x3 − 1

2

)
a1 − x3 a2 −(

2x3 − 1
2

)
a3

= −ax3 x̂− a
(
x3 − 1

2

)
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