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19 Theoretical study of small clusters Au5-6 on Au/SAPO-11 catalysts and their interactions with CO.
Journal of Computational Methods in Sciences and Engineering, 2014, 14, 45-52. 0.2 0

20 Density functional study of NO adsorption on undefected and oxygen defective Auâ€“BaO(100) surfaces.
Applied Surface Science, 2014, 307, 165-171. 6.1 3

21 Theoretical study of CO adsorption and oxidation on Au3â€“5 clusters supported on
silico-aluminophospates. Computational and Theoretical Chemistry, 2014, 1042, 69-83. 2.5 5

22 Role of the Siâ€“Si bond stability in the first stages of Ti diffusion on a Si(111) 2Ã—1 surface. A periodic DFT
study. Applied Surface Science, 2013, 273, 496-501. 6.1 2

23 Evaluation of BrÃ¸nsted Sites Inside the H-MOR Employing NH<sub>3</sub>: A Theoretical Study.
Journal of Physical Chemistry C, 2013, 117, 5112-5117. 3.1 12

24 Performance of Density Functional Methods. Some Difficult Cases for Small Systems Containing Cu,
Ag, or Au. Journal of Physical Chemistry A, 2013, 117, 2619-2628. 2.5 6
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Physical Chemistry A, 2001, 105, 6519-6525. 2.5 10

59 Parametric calculations of Mo-allyl complexes anchored on silica. Journal of Molecular Catalysis A,
2001, 168, 265-277. 4.8 5

60 Analysis of parametric functionals in semiempirical approaches using simulation techniques.
Computational and Theoretical Chemistry, 1999, 469, 177-190. 1.5 20
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