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Abstract: The adsorptions of CO gas molecule on the most stable configuration of defective
(Stone-Wals) B-N nanotube, B, N, H, with zigzag 8,0 form, were studied within density functional
theory. To optimize both of preliminary B-N nanotube and CO molecule, and also investigate the
CO adsorption, B,LYP/6-31G level of theory has been used. Seven adsorption sites were proposed
in order to investigate the interaction of CO gas with nano-structure, and a CO molecul e approached
toward the boron nitride nanotube from carbon side in a direction, which ends up to mentioned
adsorption sites. Comparison of the binding energy cal culated with respect to the structural deviation
effect indicates that the most stable configuration for product is the one in which 1% and 2™ CO
molecules approache to B-N nanotube from B atoms direction in defective nanotube which in this
work is called B, and B, respectively, and according to the distance between the CO molecules and
adsorption sites, we conclude that it is the physical type of adsorption. Results of calculations also
show that the adsorption of the 3 CO moleculeis not feasible.

Keywor ds. Adsorption, CO gas, BN Nanotube, Density functional theory.
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