
1P105 

GIAO-CPHF  

     

 

 

coupled perturbed Hartree-Fock (CPHF)

DIIS CPHF

[1] CPHF

[2]

[3]  

 

 

GIAO CPHF  

        
 

 
                  

  
                    

     
      

      
     

 
   
   

 (1) 

[4]      Hartree-Fock (HF) LCAO

                    1 Fock

CPHF                   

CPHF        

                                      (2) 

        

4 (2)  

      
 
   2  

                               
                    

          (3) 

 

     

   
                  

 
                           (4) 

 

                
 
                              (5) 

    3 5

 

  



 

      

 (Method 1)

 (Method 2) Method 2+  (Method 3) Method 1

[2] Method 3

Method 3

DIIS [5]

Method 3  

 

 (Simple Danmping) 

 (Method 1) 

 (Method 2) 

Method 2+  (Method 3) 

 

 

 

 

[1] P. Pulay, Adv. Chemical Phys., Ab initio methods in quantum chemistry part 2., 69, 241, 1987. 

[2] A. Tamura, K. Kikuchi and T. Takahashi,  J. Comp. Phys., 137, 247, 1997. 

[3] Y. Saad and M.H. Schultz, SIAM J. Sci. Stat. Comput., 7, 856, 1986. 

[4] M. A. Freitag, B. Hillman and A. Agrawal, J. Chem. Phys., 120, 1197, 2004. 

[5] V. Weber and C. Daul, Chem. Phys. Lett., 370(1-2), 99, 2003.  

 

 

 


