Electronic Supplementary Material (ESI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2014

Electronic Supplementary Information (ESI) for

‘On the formation of anions: Frequency-, angle-, and time-
resolved photoelectron imaging of the menadione radical
anion’

Electronic structure calculations

Menadione X?A” CASSCF geometry
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Menadione X*A’ CASSCF geometry
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Optimized MCSCF orbitals in the menadione CASSCF active space
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Residuals in the global frequency-resolved photoelectron spectrum fit

Residual is plotted on the same intensity scale as the simulated signal. The small residuals
are proportional to the noise in each reconstructed photoelectron spectrum.
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All photoelectron spectra included in the frequency-resolved plot
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Example time-resolved photoelectron spectra for the 3.10 eV + 1.55 eV (400 nm +
800 nm) pump-probe scheme illustrating the A3 and A2* components
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