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Non-mixing approximation
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Case study - Acetylacetone
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Single trajectory example
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Single trajectory signals
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Complete spectrum

Transient 

absorption

Stimulated 

emission

Time convolution

𝜎 = 3 𝑓𝑠

Energy convolution

𝜎 = 0.2 𝑒𝑉

J. Chem. Theory Comput. 2024, 20, 11, 4804–4819



Conclusions
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