
Green Function Method and Contour Integration
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Green Function in Multiple Scattering Theory
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where { , }, , ,  min , ,  and max , . ( ; ) and ( ; ) are the single site 

regular and irregular solution
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For periodic crystal, ( ) ( ),  we take -space approach: 

( ; ) ( ) ( ; ) ,  

where ( ; ) is a lattice Fourier transform of ( ) and is 

called structure constant matrix.

The -matrix is gi
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(e) is real space structure constant matrix.

( ) matrixM 
There is no need for band structure (nk) 

and wave function (nk(r)) calculations  
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The Structure Constant Matrices in the Multiple Scattering Theory

is spherical Hankel 

function, YL(r) is spherical 

harmonics
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