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146 Substituent effects on tautomerization of oxepine to benzene oxide: a Hammett study via ab initio.
Computational and Theoretical Chemistry, 2005, 715, 107-115. 1.5 14

147 Solar energy storage in norbornadieneâ€“quadricyclane system: electronic effects via ab initio
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148 Ab initio study of singletâ€“triplet energy separations in C2HXSi silylenes (X=H, F, Cl and Br).
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149 Multiplicity vs. stability in C2HP carbenes and their halogenated analogues: an ab initio and DFT study.
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151 Electronic effects on 1H-azepines valance tautomerization: an ab initio comparative study.
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155 Mirror image conversions of cyclic conjugated non-planar allenes, C9H7X (X=H, F, Cl, Br).
Computational and Theoretical Chemistry, 2005, 755, 91-98. 1.5 11

156 Synthesis and Reactions of N-Methylbenzylammonium Fluorochromate(VI) on Silica Gel, a Selective
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158 Ab initio study of steric effects due to dialkyl substitutions on H2C3 isomers. Computational and
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159 1,2,4,6-Cycloheptatetraenes racemizations: substituent effects via ab initio. Computational and
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160 Electrolytic MnO2 via non-isothermal electrode heating: a promising approach for optimizing
performances of electroactive materials. Journal of Power Sources, 2004, 125, 256-266. 4.0 15

161 The kinetics of interactions between fecapentaene-12 and DNA. Journal of Bioscience and
Bioengineering, 2003, 95, 526-529. 1.1 18

162 Halogenated isomers of the interstellar C3H2: an ab initio comparative study. Computational and
Theoretical Chemistry, 2003, 639, 187-193. 1.5 27
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163 Tetramethylammonium fluorochromate(VI): a new and efficient oxidant for organic substrates.
Tetrahedron Letters, 2003, 44, 4555-4557. 0.7 38

164 Ab initio investigations of structural and energetic properties of hindered aryl alkyl ketones.
Computational and Theoretical Chemistry, 2003, 624, 69-79. 1.5 9
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167 The effects of substituents on the photochemistry of Î²-methyl-Î²-nitrostyrene. Journal of
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170 Estimating the Stability and Reactivity of Bicyclic Silylenes and their Halogenated Derivatives at DFT.
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The effects of halogen substituents on structure, stability, and electronic properties of
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