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Augmenting the standard correlation-consistent basis %
sets for the target atom is an efficient method to treat .
core-excited Rydberg states. J\m

Energy (eV)

Photoelectron Yield (a

Triple excitations are important to give an accurate
relative shift between 1s->m* and first Rydberg _ o
transition. _ R I
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CVS-EOM-CC/cc-pVTZ+4spd calculations managed to
provide a good assignment of the experimental spectrum | /,J
for ESCA molecule. I L“ :
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