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Schiff bases are of interest for many areas of chemistry, physics (liqui
and nonlinear optics) and biochemistry. Benzenamine C;HsOCgH4C
one of compounds having a nematic phase and widely used in exp€ri
The structure and properties of benzeneamine are studied eii

theoretically.

In the solid state of benzenamine, the triclinic space grouyp P-
two molecules in a unit cell (one crystallographically inde%
e

ealized with
olecule) [1]. The
t in an isolated
the terminal butyl

molecule has a deviation from the intrinsic symmetr

molecule, namely the gt (gosh-trans -) - configurati
substituent. V'S

In this work, the possible conformations of the Ne[ e modelled. Comparative
analysis of the structural, energetical, and spectr ies of gas-phase and crystal
structures has been carried out using quantan-chemical calculations by the B3LYP
functional supplemented with 6-31G(d) and cC¥p\V IZ basis sets [2].

Comparing the conformational formShthe mg@st energetically stable conformation
iIs one with complete p, n- and =, z-co tion. Deviations from the intrinsic
symmetry of the isolated molecule lead to destabilization of the other structures. The

realization of an energetically unf e conformation in a crystal is explained by
intermolecular forces and % ar packing. The latters also determine the

geometric features of the ciyste onformation.
The assignment of the s 1 the experimental spectrum [3] is carried out. The
e

vibrational frequencies Ities of the absorption bands of the infrared spectra
of the calculated conforgfations are compared. The theoretical frequencies are in

qualitative agreermentii e experimental data in the literature.
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