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Theoretical Studies on Electronic Spectra and Nonlinear Optical Properties of SIHA

Cyclometalated Platinum Complexes with B-Diketonate Ancillary Ligands Email Alert
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DFT study on the electronic absorption spectra, second-order and third-order nonlinear optical USE(E S e
properties of important phosphorescent materials: cyclometalated platinum complexes with 8- PubMed
Diketonate ancillary ligands are performed on Gaussian 03 package. Analysis on the frontier orbital of
ground states shows that the electronic transition from the ground state to the first excited state are
LLCT and MLCT transition. These complexes display good nonlinear optical properties. The predominant
for second-order nonlinear optical properties is the charge transfer with n-n* character occurring
between the left ligands. The third-order nonlinear optical properties is main determind by the charge
transfer with d-n* character from metal Pt atom to S-Diketonate ancillary ligands, in addition, the
transition between the left ligands is also play an important role.

Abstract:
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