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Figure S1. Benzophenone structure
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Figure S2. So/T; spin orbit coupling (cm™) as a function of the stretching of carbonyl bond, computed
as a relaxed PES scan of T; state.



soc /em™!

122 124 126 128 13 132
length CO/ Angstrom

Figure S3. ST spin orbit coupling (cm™) as a function of the stretching of carbonyl bond, computed

via a relaxed PES scan of T, state.
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Figure S4. S¢T; spin orbit coupling (cm™) as a function of the C,C,C’,C’; dihedral angle, computed

via a relaxed PES scan of T, state.
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Figure S5. So/T; spin orbit coupling (cm™) with respect the C,C,C’1C’; dihedral angle, computed via a

relaxed PES scan of T state.
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Figure S6. Spectra of Sp < T; transition computed with an increasing number of states
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Figure S8. Predicted Spectrum at 77 K (back) and 0 K (red). The 0-0 transition is evidenced by a
dashed blue line.
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