
One-‐electron	  operator	  coupling	  between	  two	  Slater	  determinants,	   ψ a 	  and	   ψ b :	  
	  

ψ a ĥ ψ b = DaaDbb( )−1Dab ϕai ĥ ϕbj
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where	   ϕai ĥ ϕbj 	  is	  the	  coupling	  between	  constituent	  orbitals,	  and	  Dab 	  is	  the	  

determinant	  of	  overlap	  matrix	  defined	  as	  	  
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The	  last	  term	  on	  the	  right-‐hand	  side	   Sab
−1 	  is	  the	  inverse	  of	  the	  overlap	  matrix.	  

	  
Under	  the	  assumption	  of	  orthonormal	  orbitals,	  apparently,Daa = Dbb = 1 .	  
	  
Then,	  finally	  the	  expression	  can	  be	  simplified	  to	  	  
	  

	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	  	   ψ a ĥ ψ b = Dab ϕai ĥ ϕbj
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please	  note	  the	  index	  swap	  between	   ϕai ĥ ϕbj 	  and	   (Sab
−1) ji .	  
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