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Figure S1. Occupied molecular orbitals (MOs 1 - 33) of Thymine (T), where the surface of the isovalue 0.02 is plotted, and unoccupied Rydberg orbitals (MOs 88 and 211) of Thymine (T), where the surface of the isovalue 0.01 is plotted. 
The C6 1s and C5 1s ionizations are two-electron processes accompanied by the excitations from HOMO (MO 33) to the unoccupied Rydberg orbitals 88 and 211, respectively. See Table 1 text for details.
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Figure S2. Occupied molecular orbitals (MOs 1 - 46) of 5-Bromouracil (BrU), where the surface of the isovalue 0.02 is plotted. No two-electron processes appeared in the main configuration of inner-core excitation of BrU. 
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