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Ferromagnetism of Fe bcc:

Antiferromagnetism of Fe fcc:

Some tips to remember when SOC in included

Magnetic anisotropy:

Bands, proyected density of states and mulliken charges
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Ferromagnetism of Fe bcc:

x y

z

Check:

- Up/down Mulliken population

Run it including the following:

HERE (at the end of the file)
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HERE (at the end of the file)

Antiferromagnetism of Fe fcc:

x y

z

Check:

- Up/down Mulliken population

Run it including the following:
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Some tips to remember when SOC in included
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Magnetic anisotropy:

Run it modifying DM.InitSpin:

Check both energies Ez and Ex/y:

Now you have to 
specify the angles
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Bands, proyected density of states and mulliken charges
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Run it modifying 
DM.InitSpin: Modify the angles
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