
  

SCF

export leads

SCF

 Smeagol run

CHARGES H.scf

ELECTRODE.left
ELECTRODE.right
CHARGES.left
CHARGES.right

Basic scheme of Fireball2Smeagol Run

PRINCIPAL LAYER
directory

EXTENDED MOLECULE
directory



  

BULK calculation
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Extended molecule
calculation



  

Example 1
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quantum dot
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Example 2

Braking Gold Chain
width extendet 

hopping



  

Original basis function

Extended basis function
in apex region

This is replaced to H and S matrix 
in apex region before

before construction of Green's function
 

extended hopping
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shape of decay would depend very much 
on choosen smearing function parameters

fermi function used for smearing
c_fit = 1/(1+exp( (r-r_start)/r_scale ))
Hk = (1.0-c_fit)*phase*hopx   + c_fit*phase*h_mat

 
 r_start  = 4.0
 r_scale  = 0.25

in +2,0 eV from fermi level  



  

Example 3

Conductance of 
molecules
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