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Separation of Kekulé molecules into 

two types of carbons  
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The source-sink potential approach in 

tight binding (Hückel) 
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Simple theory for the conductance 

of conjugated systems (aa case) 
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Reference energy of the atoms is set to 0 



Simple theory for the conductance 

of conjugated systems (aa case) 

Meta vs. ortho & para  
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Simple theory for the conductance of 

conjugated systems (ab case) 

Defect state  
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Ovalene 

Delocalized defect state 



Pentacene & Picene 



Perylene 



Conductance in terms 

of Kekulé structures 

Fowler, Pickup, Todorova, Myrvold, JCP, 131, 244110 

(2009). 



All electron DFT/Green’s 

function approach 
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