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Theoretical Studies to Calculate Number effecting Variable on U.V
absorption band Spectrum for number of Substituted Schiff bases in

different Solvents
Faiz Muhsent , Bedoor Sabahz

'.(\lldgr ol !(trnt! , likrt I nt\.tl'sit\ , Tiktit , lrdq
('ollcgc ol l'thrattnt t.n\'{t'si,1 olliktit. Tittit. h'dq

(Recetuedz 22 I 5 I 2013 -- Acc€pted: 3 I l0 I 2013)
Abstract
In {irst Part ofthis research, the effect ofthe solvent in the UV absorption bands ofa number of Schiff's bases
substituted by ditrerent groups directing towards (frho, Meta, Para) Positions has been Studied by different
theoretical calculations using quantum mechanics methods
such as abintidMP2) in differant polar solyents (CCla, C6llrr, CrH5OH, DMSO) have been studied in order to
demonsfate the efiect of the solvent on the absorption band of these compounds where the impact of these
variables calculated on the transfer of eleclronic n -- z t, I-rt clearly and especially on the transfer ofn -n
'where the effect of solvent and substitute groups for Schiff bases compounds studied through the lalues of
good correlation c!€fficient between the values of AL with these variables, and variables phlsical have been
calculated including two Rpeq including inductive variables (chargc on the atoms ofthe functional group) and
energetic variables (highest occupied molecular Orbilal HOMO and lowest ener$/ Orbital molecular unoccupied
LUMO, inaddition to geometrical parametors Statistical analysis of the relationship between the variables
calculated with each othq and with *1, have been performed most of the results were good, especially the
relationship between (D,A (L-fD.
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