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1. Calculate the lattice constant by minimization of stress and energy of W and Ni.

2. Calculate the density of states and local density of states of W and Ni.

3. Calculate the band structure and partial band structure of W and Ni. We demo theresults of
Au (fcc) and Fe (bcc) in the example.

1. Calculate the surface Relaxation, surface relaxation, surface energy and work function for W(100)
and Ni(100) surfaces using 1, 3 and 5 layers.

2. Calculate the bond length and binding energy of 02 molecule. We demo the results of Co2
in the example.
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