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ABSTRACT

aminopyrazoles. P i :
para ng'ition of thzr;i!.n,ﬁg(,ﬂf,:rigmyn as 1,d-diazene) is the heterocyclic compound having two nitrogen atoms in &
linear and non-linear optical propzl;:igéswslf{cgl: vfry }Jsef]::l for the purpose of NLO applications. The photophysi*
investigated wit i : “containing heterocycles such as Pyrazine and Quinoline **
Pempc‘ﬁi"ew we Sri?:lst“g’n r::::r‘\lr?élxil t?cﬁw (DFT) and time-dependent densitypgﬁzlgﬁal lheor; E(EHTD-%UFU In %
accuracy. To this end, we first summgrise ':;!:::nl;n% ;]etcf?;)fcles studied under TD-DFT with a specific focus 0 ©
exeitatio . L enchmarks and define . <DF in re i
" cnergies when a conventional approach is used, Next, couplingngf‘ ?5?135;;313?033;":& to agfﬁ
and nearby chemical objects is investigated. E“‘m?es;;

briefly describe several recent computational snnteglgng

addition, an extension of TD-DF i
DFT to describe a phenomenon involving interacting chromophores, e.g. the electr® %
the Vv

f sil%'lui

dlﬂ"c'rcn-t kinds of lintfzmctions between a central chromophore
application to excitation properties are presented, allowing to

energy transfer (EET), is presented to |
gy s illustrate that thj
excitation. This pe i i de (0 non-saeoo108Y can be appli e
S Sation Smtespinrs‘{:rc:;llli\srfi gzcsrﬁﬂ(zc mm:}sJ to provide to non-speciﬂlistsg}z: flavour o??lrjclefe‘fut(:r;:g; ?:thse ﬁg;d ©
allons. Density functional theoretical studies such as geometry optimization,

hyperpolarizability, HOMO-LUMO energj
31G(d,p) basis set, energies and quantum chemical caleulations have been carried out using !
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