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cohesive energy

Ecoh = Esolid - Eatom

Is solid fcc Al energetically stable ?
Is solid bcc Fe energetically stable ?
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formation energy

Eform = EaIon - ( Esolid—l + Esolid—z)

Is solid CsCl-FeAl energetically stable ?
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formation energy

Eform = EaIon - ( Esolid—l + Esolid—z)

= ECsCI—FeAI - ( Efcc—AI + Ebcc-Fe)

Is solid CsCl-FeAl energetically stable ?
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