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Table S1. Simulated N1s ionic potentials (IPs) in eV for 59 molecules. IP was computed by the
AKS method with the BP86 functional, based on geometry optimized at M06-2X/
aug-cc-pVTZ level.
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Table S2. Simulated Nls ionic potentials in eV for 9 ions. IP was computed by the AKS
method with the BP86 functional, based on geometry optimized at M06-2X/aug-cc-pVTZ
level.

NO. Structure Name Atom | IP
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Table S3. Simulated Nl1s IPs (in eV) for a few dimer systems, each in neutral-neutral
(optimized in gas phase) or cation-anion (taken from crystal structure) forms. Gas phase
geometry was optimized at M06-2X/aug-cc-pVTZ level. Solid state geometry was directly
extracted from crystal structures in ref. 62 without optimization. IP was computed by the AKS
method with the BP86 functional.
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