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Theoretical basis
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Theoretical basis
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Non—mixing approximation
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Case study - Acetylacetone
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Squibb, R.]. et al. Acetylacetone photodynamics at a seeded free-electron laser. Nat Commun 9, 63 (2018)



Sing]e trajectory example

(A) - Oscillator strengths (TDDFT level)
T
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(B) - Energetics (TDDFT level)
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(C) - Energetics (CASPT2 level)
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(D) - Oscillator strengths (CASPT2 level)
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(E) - Projection of the TDDFT active state onto the CASPT2 manifold
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Single trajectory signals

(A) AS-TDDFT
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Complete spectrum

AS-TDDFT
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Conclusions

Transient absorption signals
at CASPT?2 level
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