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Optimized PdSe; structure
Number of atoms: 54
Lattice vectors (A):
Lattice="17.265165329 0.0 0.0 0.0 17.702804565 0.0 0.0 0.0 20.000001907"

Properties=species:S:1:pos:R:3 pbc="T T T"

Cartesian coordinates (A):

Pd 2.87719857 0.00041655 0.81216812
Pd 2.87719807 5.90135069 0.81216790
Pd 2.87719916 11.80228651 0.81216850
Pd 8.63225345 0.00041687 0.81216810
Pd 8.63225333 5.90135110 0.81216796
Pd 8.63225433 11.80228699 0.81216858
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