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Absorption properties of retinal analogues calculated at the CASPT2 level of theory
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It has become a common practice in photochemical studies to calculate excitation energies using CASSCF/CASPT2 (complete active space self-consistent field/multiconfiguration second-order perturbation theory) methodology. In this scheme the geometry is optimized at the lower-level CASSCF approach followed by a single-point CASPT2 calculation of excitation energies. 


We use CASPT2 approach to investigate geometries and vertical excitation energies of five-double-bond models of 11-cis-retinal chromophore of rhodopsin and validate the usage of CASSCF/CASPT2 as well as CC2, LCC2, and TD-DFT methods for such studies. [1]
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