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Generators: Hermitian Operators

Circuits from unitaries

Fermionic operators are mapped to paulistrings

Variational optimization

Quantum Chemistry on Quantum Computers



Tequila

https://github.com/aspuru-guzik-group/tequila



Tequila

https://github.com/aspuru-guzik-group/tequila



Tequila

https://github.com/aspuru-guzik-group/tequila



Generators: Hermitian Operators

Circuits from unitaries

Fermionic operators are mapped to paulistrings

Variational optimization

Quantum Chemistry on Quantum Computers

https://github.com/aspuru-guzik-group/tequila        Tutorials ←

https://github.com/aspuru-guzik-group/tequila


 

A Basis-Set-Free VQE

JSK, P. Schleich, T. Tamayo-Mendoza, A. Aspuru-Guzik. arXiv:2008.02819



 

Circuit Sizes (in UCC operators):
PNO-UpCCD:  4
+Adapt       : 20 – 100 
UpCCGSD    : 45
    

A Basis-Set-Free VQE

 JSK et. al. ArXiv:2008.02819; Adapt: Grimsley et. al. Nat. Comm. 2019; UpCCGSD: Lee et. al.  JCTC 2019 



github.com/m-a-d-n-e-s-s/madness

Adaptive and basis-set-free approach

JSK, F. A. Bischoff, E. F. Valeev. J. Chem. Phys. 152, 074105; https://doi.org/10.1063/1.5141880

Directly Determined MRA-PNOs



Multiresolution Analysis (MRA)

Recap: Basis-Set-Free Quantum Chemistry
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