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Zigzag and armchair nanotubes interacting in the forms { [ (XY)n]m .- [ (XY)n]m
using molecular mechanics, quantum mechanics semi-empirical as well as Ab-
initio, HF and DFT methods, with k =2,...,5; Xe Y: B, Al,C, Si,Ge, N, P, O, S
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Structures in the form of nanotubes such as [(CC)ni]mz, [(BN)nalma , [(ZNO)nslms, With ZIGZAG,
ARMCHAIR conformations have been synthetized in order to study new properties which have been
measured and detected in these new materials [1, 2]. yielding new perspectives with potential technological
applications such as new materials with different type of conductivities and catalytic properties as well as the
fabrication of different types of gas sensors.due to the interaction with gases and molecules with these
structures or even nanotubes with different stechiometric conformations with smaller or larger radii. The
study of different distances of interaction, the conformations of the various types of nanotubes that are today
synthetized [3] and studied giving more support to the knowledge of the forms of the structures that are
formed from a macroscopic point of view.

Thus, a study is made of an entire series of nanotubes, ARMCHAR as well as ZIGZAG with varying
number of nearest neighbors  { [ (XY)n]m .... [ (XY)n]m }, Vielding distances of interactions, conformations
among them, HOMO-LUMO of the system, distribution of the charge, dipole, variations of interactions
energies as a function of the number k of nanotubes, Figure 1, which can still have as variables the types of
atoms X,Y and the values of n, m that are associated to the dimeter and length of the nanotubes..
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Figure 1. Interactions among zigzag nanotubes, { [ (BN)sg]a .... [ (BN)s]4 }
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