
Tight binding method (CO-LCBO) Band structures
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Only the interaction with the nearest neighbours are taken into account: 

only the exchange integral  with the nearest neighbour (E~, t~,S<<1) 
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Tight binding method Band structures
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dxy, px, py : dxy- py
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dxy, px, py : dxy- px
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dxy, px, py : px- py
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dx2-y2, px, py
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dx2-y2, s

s + dx2-y2
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dx2-y2, s – MO in  point
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Tight binding method – s, pz, dz2
Band structures
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