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Investigation of Optical Properties on A Zinc

Ion Probe with Pyrazine Group
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of Petrochemical Engineering, Changzhou University, Changzhou 213164, China)

Abstract: A zinc ion fluorescent probe molecule with pyrazine group is studied by density functional
theory. The ground state equilibrium geometry, absorption properties, orbital energy, excited state
geometry and emission properties were studied theoretically. The results show that when the probe
molecule is bound to zinc ion, the zinc ion complex exhibits better symmetric structure. The absorp-
tion wavelength and emission wavelength are blue shifted, simultaneously, the oscillator strength in-
creases. In addition, the change of electron cloud reflects the charge transfer in the molecule. The syn-
thesized results show that the probe molecule can detect zinc ions.
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