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Stationary states and boundary conditions 
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transport state 
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Open systems 



Complex absorbing potentials 
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The source-sink potential approach to represent the 

boundary conditions 
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The source-sink potential approach in 

tight binding 
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Continuity equation 
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Complex symmetric Hamiltonians 
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Interacting model 
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Complex-density functional theory 
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A change in the external local potential  ( )v r

results in a change of the lifetime  



Locally defined density functionals 
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Potential response functions 
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Constraint search approach  
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Kohn-Sham-type equation 
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Functionals of the complex density 

 

3 4/3

4
( ) 2

3 4/3 3

( )

| ( ) |

LDA

x x

i r n

x

E C d r r

C d r r e



 












 ( , )   



Metastable system 
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Exchange-correlation contributions 
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Hartree-Fock self-consistent calculation: 

Diatomic gold wire 



KS(E
x
) transport calculations with 

source and sink potentials 



HOMOs for T(E)=1 and T(E)≈0  



Electron interaction in the 

complex plane  
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