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35 Hydrogen Adsorption on Small Zeolite-Supported Rhodium Clusters. A Density Functional Study.
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stability constants. Inorganica Chimica Acta, 2010, 363, 263-269. 1.2 11
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complexation. Dalton Transactions, 2009, , 3590. 1.6 22

102

Electronic and Geometric Structure of the Cluster Compound
Au<sub>55</sub>[P(C<sub>6</sub>H<sub>5</sub>)<sub>3</sub>]<sub>12</sub>C<sub>l</sub>6. A
Computational Study. Zeitschrift Fur Naturforschung - Section B Journal of Chemical Sciences, 2009,
64, 1246-1258.

0.3 8
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Palladium Nanoclusters. Journal of Physical Chemistry C, 2008, 112, 20269-20275. 1.5 86
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114 Density Functional Study of Hydrogen Adsorption on Tetrairidium Supported on Hydroxylated and
Dehydroxylated Zeolite Surfaces. Journal of Physical Chemistry C, 2007, 111, 14484-14492. 1.5 25

115
First Hybrid Embedding Scheme for Polar Covalent Materials Using an Extended Border Region To
Minimize Boundary Effects on the Quantum Region. Journal of Chemical Theory and Computation,
2007, 3, 2290-2300.

2.3 21

116 Density Functional Embedded Cluster Study of Cu4, Ag4and Au4Species Interacting with Oxygen
Vacancies on the MgO(001) Surface. Chemistry - A European Journal, 2007, 13, 277-286. 1.7 22

117 Modeling metal adsorption at amorphous silica: Gold atoms and dimers as example. Chemical Physics
Letters, 2007, 444, 280-286. 1.2 22

118 Density functional modeling of reverse hydrogen spillover on zeolite-supported tetrairidium
clusters. Chemical Physics Letters, 2007, 444, 215-219. 1.2 30

119
Linear response formalism for the Douglasâ€“Krollâ€“Hess approach to the Diracâ€“Kohnâ€“Sham problem:
Firstâ€• and secondâ€•order nuclear displacement derivatives of the energy. International Journal of
Quantum Chemistry, 2007, 107, 3236-3249.

1.0 27
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