
Optional homework #6 
 
Implement an s-type Gaussian-basis-set Hartree–Fock program for polyatomic 
molecules. Note that F0 T( )  is related to the error function, which is an intrinsic 
mathematical function available in both Fortran and C. Furthermore, since p-type and 
higher angular momentum Gaussians are derivatives of s-type Gaussians with respect to 
their origins, they can be approximated by a linear combination of origin-shifted s-type 
Gaussians. 
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