Green Function Method and Contour Integration
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Green Function in Multiple Scattering Theory —7
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g (é) Is real space structure constant matrix.
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For periodic crystal, t" (&) = t (&), we take k-space approach:

r(e:k) = 17 (e) - g(K; &) |

where g(K; ¢) Is a lattice Fourier transform of g, (¢) and is
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called structure constant matrix.

The z-matrix is given by: z" (¢) = 1 _[ 7(g;k)e™ R Rlg 3k
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There Is no need for band structure (&)
and wave function ( %, (r)) calculations
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The Structure Constant Matrices in the Multiple Scattering Theory
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