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Abstruct :

In this work, we studied theoretically the Quinoxaline molecule (CBH6N2),
a diazanphthalene compound that contains two fused rings of benzene and
pyrazine, meaning that its structure is a naphthalene structure that includes two
nitrogen atoms.

The calculations are based on quantum mechanics calculations using the
Density Function Theory (DFT) , choosing the B3LYP functionl and the
LanL2dz base, where we were able to obtain a molecular optimization in
agreement with that obtained experimentally and theoretically in previous
studies.

Theoretical calculations enabled us to find the IR, Raman and UV-Visible
spectra, and the identification of various molecular vibrations, which were very
close to the experimental spectra obtained previously.

Key words:

Quinoxaline, Density Function Theory (DFT), B3LYP Function, LanL2D Base,
molecular optimization, Spectra.



