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2) Extension to spin-orbit couplings ? 

Next steps: 

1) Switching to diabatic states  

Adiabatic basis Diabatic basis
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Yalouz, Saad, et al. Journal of Chemical Theory and Computation (2022).
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Û( ⃗θ ) = eT( ⃗θ )−T( ⃗θ )†

Unitary coupled cluster ansatz
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