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Examples in Quantum Chemistry





Separable Pair Approximations: JSK, Aspuru-Guzik, PRA, 2022

Classically Simulable: Becomes a classical pre-compilation step


Gives good initial states


Solves prominent “benchmark” systems (H2 and LiH) exactly

H                     Be                    H



Orbital-Optimized-SPA equal results 
as “UpCCGSD”



Separable Pair Approximations: JSK, Aspuru-Guzik, PRA, 2022

Classically Simulable: Becomes a classical pre-compilation step


Gives good initial states


Solves prominent “benchmark” systems (H2 and LiH) exactly

Extended Framework: JSK 2022 (tbp)
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Example using everything














