
Comparing Computational Methods by Stretching Diatomic Molecules
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Comparing the electron density profiles of H2 and N2 at various 

bond lengths

Comparing new (CAS)-B3LYP method with 
known methods from literature

• Goal was to improve upon recent literature 
technique (Green/dotted)

• Troubles converging calculations at R>4.5 
(Red)

• Results Inconclusive, more work to be done
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