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Minimal-Basis H2 

•  Szabo p.238 
•  FCI for minimal- 

basis H2 

•  Two electrons à 
FCI = DCI 



Minimal-Basis H2 

CIS terms have very small effects in ground-state energy à 
drop them all together? (coupled-pair approximation?) 



Basis Effects in H2 



Quantum Circuits for VQE 



Minimal-Basis H2 VQE 



Minimal-Basis H2 VQE 



Minimal-Basis H2 VQE 



Other VQE Ansatz? 






