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Workplan

      1st year state-resolved cross-sections for 
N2+ - H   

      2nd year state-resolved cross-sections for 
N3+ - H &  N2+* - H  

     3rd year
state-resolved cross-sections for 
N3+* - H

Impact energies from 1eV/u to 100keV/u 

1eV/u 1keV/u 100keV/u 

ASCC MOCC 

LZSH 



  

The impact parameter approach



  

Wavefunction ansatz

Close-coupling method (ASCC)



  

Wavefunction ansatz

Close-coupling method (ASCC)



  

Wavefunction ansatz

ETF

Close-coupling method (ASCC)



  

Close-coupling method (ASCC)



  

Our implementation

Multi-center Gaussian type orbitals (GTO)

Advantages of GTO
- Gaussian product rule
- Efficient algorithms for integrals evaluation
- Extension to multi-electron systems
  
Advantages of multicenter expansion
- Description of ionization 



  

Our implementation

Adams Bashford Moulton predictor-corrector 
method

Full code in FORTRAN 90

Parallelization with Open-MP 

Code for N-e systems 
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