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Abstract: b PN
The geometries of four different kinds of 1,3-diazaazulene derivatives were fully optimized with Density
Function Theory(DFT) at B3LYP/6-31G(d) level, on basis of which the energies of frontier molecular PubMed
orbitals and the energy gap were investigated and the electronic transition properties were calculated Article by
with time-dependent DFT(TD-DFT) at the same level. The excited-state properties and the intra- Article by
molecular charge transfer(ICT) character were investigated with the two-dimensional(2D) and three- Article b
dimensional(3D) real space analysis methods. The electron-hole coherence is investigated with 2D ) y
contour plots of transition density matrix. The orientation and strengths of absorptive transition dipole Article by
moment are obtained by 3D transition density(TD). The ICT orientations are obtained with 3D charge Article by
difference density(CDD). Article by
Article by
Article by
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