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Abstract

In past two decades, lots of bidentate Pt(11) complexes are developed as potential
organic light emitting diodes due to their simple synthetic process. The relative low
quantum efficiency is one of the major blocks for their applications. Two new
heteroleptic Pt(I1) complexes bearing an n-hexyloxy substituted phenyllepidine-based
ligand and either a picolinate (pic) (1) or acetylacetonate (acac) (2) ancillary ligand
are synthesized as orange-red-emitter by Wawrzinek and coauthors. The quantum
efficiency of 2 is much larger than that of 1 indicating that the variation of ancillary
ligand has a great effect on the performance. Inspired by it, other two new bidentate
Pt(11) complexes are theoretically designed with the same primary ligand along with
pyrazolone (pzl) (3) or N-substituted carbazole (NCaz) (4) ancillary ligand. The
phosphorescent properties are explored by density functional theory (DFT) and time

dependent DFT (TDDFT) methods with the ultimate goal to explore the influence of
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