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149 Point defects in CaF2 and CeO2 investigated by the periodic electrostatic embedded cluster method.
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Chemical Society, 2007, 129, 13270-13276.

6.6 109

179 Structure and Reactivity of Solid Catalysts â€” Quantum Chemical Approach. Studies in Surface Science
and Catalysis, 2007, , 19-26. 1.5 2
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Mo(112). Surface Science, 2007, 601, 4849-4861. 0.8 48

186 Formation of the cerium orthovanadateCeVO4:DFT+Ustudy. Physical Review B, 2007, 76, . 1.1 61

187 Chapter 25. Zeolite Modelling: Active Sites in Different Framework Structures and in Different
Crystallographic Positions. , 2007, , 441-456. 1
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199 Stabilities of C3â€“C5 alkoxide species inside H-FER zeolite: a hybrid QM/MM study. Journal of Catalysis,
2005, 231, 393-404. 3.1 91
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202 Protonated Isobutene in Zeolites:tert-Butyl Cation or Alkoxide?. Angewandte Chemie - International
Edition, 2005, 44, 4769-4771. 7.2 109

203 Environmental Effects on Vibrational Proton Dynamics in H5O2+: DFT Study on Crystalline
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of V2O5 Clusters on Î±-Al2O3(0001). Journal of Physical Chemistry B, 2005, 109, 23532-23542. 1.2 27
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