Proton transfer processes and luminescence of ESIPT-capable zinc(ll) complexes with imidazole and pyrimidine ligands
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minimum of the S, state in the tautomeric keto form, which results in an anomalously small
apparent Stokes shift of 90 nm. The absence of such minimum on the ground state potential
energy surface of HL leads to a considerably larger Stokes shift of 165 nm.

N-hydroxy — N-oxide phototautomerization is both thermodynamically and kinetically favourable
in the S; state for [Zn(HL)Hal,]. The proton transfer induces a considerable geometrical
reorganization and therefore results in large Stokes shifts of ca. 230 nm.
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