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Abstract : In a route for the preparation of 1,4-benzoxazepine fused to benzimidazole, the use of 2-(2-methoxyphenyl)-
benzimidazole or styrene-derived N-tosylaziridine does not give the desired products. On this basis, we theoretically studied
this reaction using DFT at the B3LYP/6-31+G(d) level. The analysis of the results shows a preferential nucleophilic attack of 2-
(2-fluorophenyl)-benzimidazole on the terminal carbon atom of the Alkylepoxides and on the substituted carbon of N-
tosylaziridine. Taking into account the solvent effect (DMF) makes the reactions spontaneous for the opening of epoxides and
N-tosylaziridine and disfavors the intramolecularnucleophilic aromatic substitution reaction step of the products of the attack
of 2-(2-methoxyphenyl)benzimidazole on an epoxide and those of the opening of N-tosylaziridine, which is consistent with the
experiment.

Keywords : alkylepoxides, 4-benzoxazepine fused to benzimidazole imine, benzonitrile N-oxide, DFT, intramolecular
nucleophilic aromatic substitution, N-tosyl aziridine

Conference Title : ICTACC 2022 : International Conference on Theory and Applications of Computational Chemistry
Conference Location : Paris, France

Conference Dates : June 23-24, 2022

Open Science Index, Chemical and Molecular Engineering Vol:16, No:06, 2022 publications.waset.org/abstracts/148785.pdf

International Scholarly and Scientific Research & Innovation 16(06) 2022 1 ISNI:0000000091950263


https://publications.waset.org/abstracts/148785.pdf

