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Figure S1: Detector images of the differential cross section for the coherent x-ray scattering
of fixed-in-space 1-3-cyclohexadiene simulated by the HF method in a) and by DFT (B3LYP
6-311+G∗), with optimised core hole states in b). The columns represent the electronic state
and the rows the photon energy. The first column in both a) and b) is the neutral ground state
and the next three are core ionised states, the carbon with the core hole is indicated in red at
the top of each column. The first second and third rows show photon energies of 5.6, 9 and 24
keV respectively.
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