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128 Electric fields acting as catalysts in chemical reactions. An ab initio study of the walden inversion
reaction. Chemical Physics Letters, 1988, 153, 82-86. 1.2 37

129
Extending knowledge on the nucleophilicity of the {Pt2S2} core: Ph2PCH2CH2PPh2 as an alternative
terminal ligand in [L2Pt(Î¼-S)2PtL2] metalloligandsâ€Šâ€ . Journal of the Chemical Society Dalton
Transactions, 1999, , 3103-3113.

1.1 37

130
Determination of the Temperature Dependence of the Hâˆ’D Spinâˆ’Spin Coupling Constant and the
Isotope Effect on the Proton Chemical Shift for the Compressed Dihydride Complex [Cp*Ir(Pâˆ’P)H2]2+.
Journal of the American Chemical Society, 2005, 127, 5632-5640.

6.6 37

131 Experimental and Theoretical Study of .pi.-Effects In P-Coordinated (Diphenylphosphino)alkynes.
Organometallics, 1995, 14, 1053-1060. 1.1 36

132 Origin of Stereoinduction by Chiral Aminophosphane Phosphinite Ligands in Enantioselective
Catalysis: Asymmetric Hydroformylation. Chemistry - A European Journal, 2006, 12, 1457-1467. 1.7 36

133 Internal Alkyne Isomerization to Vinylidene versus Stable Ï€-Alkyne: Theoretical and Experimental Study
on the Divergence of Analogous Cp*Ru and TpRu Systems. Organometallics, 2011, 30, 4014-4031. 1.1 36

134 Counteranion and Solvent Assistance in Ruthenium-Mediated Alkyne to Vinylidene Isomerizations.
Inorganic Chemistry, 2013, 52, 8919-8932. 1.9 36

135

Hexakis(silyl)palladium(VI) or Palladium(II) with Î·2-Disilane Ligands? This work was supported by the
DirecciÃ³n General de EnseÃ±anza Superior (DGES), grant PB98-1166-C02-01, and the Comissionat per a
Universitats i Recerca (Generalitat de Catalunya), grant SGR99-0046. Computing resources at the
Centre de SupercomputaciÃ³ de Catalunya (CESCA) and Centre de Paralâ‹…lelisme de Barcelona (CEPBA)
were made available by the ComissiÃ³ Interdepartamental per a la Recerca i la InnovaciÃ³ TecnolÃ²gica
(CIRIT) and the Unive. Angewandte Chemie - International Edition, 2002, 41, 1956.

7.2 35

136 Neutral Transition Metal Hydrides as Acids in Hydrogen Bonding and Proton Transfer: Media Polarity
and Specific Solvation Effects. Journal of the American Chemical Society, 2010, 132, 11234-11246. 6.6 35

137 Theoretical study of infrared spectra perturbed by uniform electric fields:Abinitiocalculations on
H2O, NH3, H2CO, and C2H4. Journal of Chemical Physics, 1991, 95, 3521-3527. 1.2 34

138 A Theoretical Insight into the Ability of Group 6 ML5 Metal Fragments to Break the Hâˆ’H Bond.
Organometallics, 1998, 17, 4932-4939. 1.1 34

139

Coordinatively Unsaturated Semisandwich Complexes of Ruthenium with Phosphinoamine Ligands and
Related Species:â€‰ A Complex Containing
(<i>R</i>,<i>R</i>)-1,2-Bis((diisopropylphosphino)amino)cyclohexane in a New Coordination Form
Îº<sup>3</sup><i>P</i>,<i>P</i>â€˜,<i>N</i>-Î·<sup>2</sup>-<i>P</i>,<i>N</i>. Inorganic Chemistry, 2007, 46,
6958-6967.

1.9 34

140 New chiral tetraaza ligands for the efficient enantioselective addition of dialkylzinc to aromatic
aldehydes. Tetrahedron, 2008, 64, 9717-9724. 1.0 34

141 Inner- and Outer-Sphere Hydrogenation Mechanisms: A Computational Perspective. Advances in
Inorganic Chemistry, 2010, 62, 231-260. 0.4 34

142 Palladium monophosphine Pd(PPh<sub>3</sub>): is it really accessible in solution?. Chemical
Communications, 2014, 50, 661-663. 2.2 34

143
Palladium-Catalyzed Hydrogenation:Â  Detection of Palladium Hydrides. A Joint Study Using
Para-Hydrogen-Enhanced NMR Spectroscopy and Density Functional Theory. Journal of the American
Chemical Society, 2006, 128, 9596-9597.

6.6 33

144 Gold-Catalyzed Cycloadditions Involving Allenes: Mechanistic Insights from Theoretical Studies.
Topics in Current Chemistry, 2011, 302, 225-248. 4.0 33
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145
Influence of an external uniform electric field on harmonic vibrational frequencies. Analytic energy
second derivatives for closedâ€•shell restricted Hartreeâ€“Fock wave functions with an applied uniform
electric field. Journal of Chemical Physics, 1989, 90, 328-333.

1.2 32

146 Ab initio calculations of the quantum mechanical hydrogen exchange coupling in the
[(C5H5)Ir(PH3)H3]+ complex. Journal of the American Chemical Society, 1993, 115, 5861-5862. 6.6 32

147 Facile Synthesis of Alkynylâˆ’ and Vinylideneâˆ’Niobocene Complexes. Unexpected Î·1-Vinylideneâˆ’Î·2-Alkyne
Isomerization. Organometallics, 2000, 19, 1749-1765. 1.1 32

148 Strong 1,4-Pâˆ’O Intramolecular Interactions as a Source of Conformational Preferences in Î±-Stabilized
Phosphorus Ylides. Inorganic Chemistry, 2001, 40, 4913-4917. 1.9 32

149 Hydrogen Bonding and Proton Transfer to the Trihydride Complex [Cp*MoH3(dppe)]: IR, NMR, and
Theoretical Investigations. European Journal of Inorganic Chemistry, 2006, 2006, 2192-2209. 1.0 32

150

Comparative DFT Analysis of Ligand and Solvent Effects on the Mechanism of H<sub>2</sub>Activation
in Water Mediated by Half-Sandwich Complexes [Cpâ€²Ru(PTA)<sub>2</sub>Cl] (Cpâ€² =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 542 Td (C<sub>5</sub>H<sub>5</sub>, C<sub>5</sub>Me<sub>5</sub>; PTA = 1,3,5-triaza-7-phosphaadamantane).

Organometallics, 2010, 29, 5121-5131.

1.1 32

151 Design and evolution of chimeric streptavidin for protein-enabled dual gold catalysis. Nature
Catalysis, 2021, 4, 643-653. 16.1 32

152 Anion binding and pentacoordination in zinc(II) complexes. Inorganic Chemistry, 1991, 30, 2523-2527. 1.9 31

153 [MLn(SiR3)(Î·2-Hâˆ’H)] or [MLn(H)(Î·2-Hâˆ’SiR3)]? An ab Initio MO Study on [OsCl(CO)(PR3)2â€œH2SiR3â€•]
Complexes. Organometallics, 1996, 15, 1218-1222. 1.1 31

154
Synthesis and reactivity of [Oî€•sH{C6H4(CHî€†CHî€‘H) }(CO)(PPri3)2] and the formato compounds
[Os{(Eâ€‰)-CHî€†CHPh}(Î·2-O 2CH)(CO)(PPri3)2] and [OsH(Î·2-O2CH)(CO)(PPri3) 2]*. Journal of the Chemical
Society Dalton Transactions, 1997, , 181-192.

1.1 31

155 Synthesis, Characterization, and Theoretical Study of Stable Hydrideâˆ’Azavinylidene Osmium(IV)
Complexes. Organometallics, 2000, 19, 3100-3108. 1.1 31

156 Mixed Pâˆ’N and Asâˆ’N Bis-Ylide Palladium Complexes:Â  Cooperative Intramolecular Interactions,
Conformational Preferences, and Câˆ’H Bond Activationsâ€ . Organometallics, 2006, 25, 4653-4664. 1.1 31

157

Solventâ€•Dependent Dihydrogen/Dihydride Stability for
[Mo(CO)(Cp*)H<sub>2</sub>(PMe<sub>3</sub>)<sub>2</sub>]<sup>+</sup>[BF<sub>4</sub>]<sup>âˆ’</sup>
Determined by Multiple Solventâ‹…â‹…â‹…Anionâ‹…â‹…â‹…Cation Nonâ€•Covalent Interactions. Chemistry - A European
Journal, 2010, 16, 189-201.

1.7 31

158
The Nature of [PdCl<sub>2</sub>(C<sub>2</sub>H<sub>4</sub>)(H<sub>2</sub>O)] as an Active
Species in the Wacker Process: New Insights from Ab Initio Molecular Dynamics Simulations.
Chemistry - A European Journal, 2012, 18, 5612-5619.

1.7 31

159
The first stable copper(II) complex containing four sulfide ligands: synthesis and structural
characterization of [Pt2(dppe)2(Î¼-S)2] and [Cu{Pt2(dppe)2(Î¼3-S)2}2]2+. Chemical Communications, 1998, ,
597-598.

2.2 30

160 Hybrid quantum mechanics/molecular mechanics studies of the active site of the blue copper proteins
amicyanin and rusticyanin. Inorganica Chimica Acta, 2001, 324, 21-26. 1.2 30

161
Dihydrogen to Dihydride Isomerization Mechanism in [(C5Me5)FeH2(Ph2PCH2CH2PPh2)]+ through the
Experimental and Theoretical Analysis of Kinetic Isotope Effects. Inorganic Chemistry, 2006, 45,
10248-10262.

1.9 30

162

Nature of Bonding in Terminal Borylene, Alylene, and Gallylene Complexes of Vanadium and Niobium
[(Î·<sup>5</sup>-C<sub>5</sub>H<sub>5</sub>)(CO)<sub>3</sub>M(ENR<sub>2</sub>)] (M = V, Nb; E = B,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 62 Td (Al, Ga; R = CH<sub>3</sub>, SiH<sub>3</sub>, CMe<sub>3</sub>, SiMe<sub>3</sub>): A DFT Study.

Inorganic Chemistry, 2011, 50, 1402-1410.

1.9 30
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163 A competing, dual mechanism for catalytic direct benzene hydroxylation from combined
experimental-DFT studies. Chemical Science, 2017, 8, 8373-8383. 3.7 30

164 Theoretical Evaluation of Steric Effects in [ReH5(PR3)2(SiR3)2] Complexes with the IMOMM Method.
Inorganic Chemistry, 1996, 35, 6401-6405. 1.9 29

165
Characterization of a Paramagnetic, Mononuclear Pt(III)â€“Alkyl Complex Intermediate in
Carbonâ€“Halogen Bond Coupling Reactions. Journal of the American Chemical Society, 2012, 134,
15261-15264.

6.6 29

166 Ketone Hydrogenation with Iridium Complexes with â€œnon Nâ€“Hâ€• Ligands: The Key Role of the Strong
Base. ACS Catalysis, 2015, 5, 4368-4376. 5.5 29

167 Azole Assisted Câ€“H Bond Activation Promoted by an Osmium-Polyhydride: Discerning between N and
NH. Organometallics, 2015, 34, 1898-1910. 1.1 29

168 Molecular Modeling for Artificial Metalloenzyme Design and Optimization. Accounts of Chemical
Research, 2020, 53, 896-905. 7.6 29

169 Cis,trans,cis or All-cis Geometry in d0Octahedral Dioxo Complexes. An IMOMM Study of the Role of
Steric Effects. Inorganic Chemistry, 1998, 37, 3321-3325. 1.9 28

170
Silyl, Hydrido-Silylene, or Other Bonding Modes:Â  Some Unusual Structures of [(dhpe)Pt(SiHR2)]+(dhpe) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 467 Td (= H2PCH2CH2PH2; R = H, Me, SiH3, Cl, OMe, NMe2) and [(dhpe)Pt(SiR3)]+(R = Me, Cl) from DFT

Calculations. Inorganic Chemistry, 2002, 41, 7105-7112.
1.9 28

171
Influence of the terminal ligands on the redox properties of the {Pt2(Âµ-S)2} core in
[Pt2(Ph2X(CH2)2XPh2)2(Âµ-S)2](X = P or As) complexes and on their reactivity towards metal centres,
protic acids and organic electrophiles. Dalton Transactions, 2005, , 2742.

1.6 28

172
Effect of the Nature of the Metal Atom on Hydrogen Bonding and Proton Transfer to
[Cp*MH<sub>3</sub>(dppe)]: Tungsten versus Molybdenum. Chemistry - A European Journal, 2008, 14,
9921-9934.

1.7 28

173

Proton-Transfer Reactions to Half-Sandwich Ruthenium Trihydride Complexes Bearing Hemilabile P,N
Ligands: Experimental and Density Functional Theory Studiesâ€ Dedicated to Prof. Serafin Bernal in
recognition of his contribution to inorganic chemistry, on the occasion of his retirement.. Inorganic
Chemistry, 2010, 49, 6035-6057.

1.9 28

174 Mechanism for Hydride-Assisted Rearrangement from Ethylidene to Ethylene in Iridium Cationic
Complexes. Organometallics, 2010, 29, 2040-2045. 1.1 28

175 The Origin of Antiâ€•Markovnikov Regioselectivity in Alkene Hydroamination Reactions Catalyzed by
[Rh(DPEphos)]<sup>+</sup>. Chemistry - A European Journal, 2016, 22, 9311-9320. 1.7 28

176 Speciation of ZnMe<sub>2</sub>, ZnMeCl, and ZnCl<sub>2</sub> in Tetrahydrofuran (THF), and Its
Influence on Mechanism Calculations of Catalytic Processes. ACS Catalysis, 2017, 7, 3575-3583. 5.5 28

177 Decoding Surface Interaction of V<sup>IV</sup>O Metallodrug Candidates with Lysozyme. Inorganic
Chemistry, 2018, 57, 4456-4469. 1.9 28

178 Theoretical study of the addition of hydrogen halides to olefins: A comparison between (HCl)2and
(HF)2additions to ethylene. Journal of Computational Chemistry, 1987, 8, 481-488. 1.5 27

179
Theoretical Characterization of an Intermediate for the [3 + 2] Cycloaddition Mechanism in the
Bis(dihydroxy- quinidine)âˆ’3,6-PyridazineÂ·Osmium Tetroxide-Catalyzed Dihydroxylation of Styrene.
Journal of Organic Chemistry, 1997, 62, 7892-7894.

1.7 27

180 Theoretical Investigation of the Selective CC Hydrogenation of Unsaturated Aldehydes Catalyzed by
[{RuCl2(mtppms)2}2] in Acidic Media. Organometallics, 2006, 25, 862-872. 1.1 27
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181 Computational Insights on an Artificial Imine Reductase Based on the Biotinâ€“Streptavidin Technology.
ACS Catalysis, 2014, 4, 833-842. 5.5 27

182 Isolation of a Cationic Platinum(II) Ïƒâ€•Silane Complex. Angewandte Chemie - International Edition, 2018,
57, 3217-3221. 7.2 27

183 Ab initio Study of the coordination modes of tetrahydroborato ligands: the high-spin complex
bis(phosphine)tris(tetrahydroborato)vanadium. Inorganic Chemistry, 1991, 30, 4440-4445. 1.9 26

184 Calculation of the vibrational frequency and line strength versus applied field of carbon monoxide.
Chemical Physics, 1991, 151, 37-43. 0.9 26

185 Structure and Dynamics of [Nb(Î·5-C5H4SiMe3)2(Î·2-H2BR2)] (R2 = O2C6H4, C8H14, H2) Complexes. A
Combined Experimental and Theoretical Study. Organometallics, 2000, 19, 3654-3663. 1.1 26

186 Some critical issues in the application of quantum mechanics/molecular mechanics methods to the
study of transition metal complexes. Faraday Discussions, 2003, 124, 429-441. 1.6 26

187 Csp3â€“F bond activation by nucleophilic attack of the {Pt2S2} core assisted by non-covalent
interactions. Chemical Communications, 2008, , 3130. 2.2 26

188 Experimental and Computational Studies on the Iridium Activation of Aliphatic and Aromatic Cï£¿H
Bonds of Alkyl Aryl Ethers and Related Molecules. Chemistry - A European Journal, 2009, 15, 9034-9045. 1.7 26

189 Investigation of the [Cp*Mo(PMe<sub>3</sub>)<sub>3</sub>H]<sup><i>n</i>+</sup> (<i>n</i> = 0, 1)
Redox Pair: Dynamic Processes on Very Different Time Scales. Inorganic Chemistry, 2009, 48, 209-220. 1.9 26

190 What can molecular modelling bring to the design of artificial inorganic cofactors?. Faraday
Discussions, 2011, 148, 137-159. 1.6 26

191 PtII as a proton shuttle during Câ€“H bond activation in the Shilov process. Chemical Communications,
2012, 48, 1979. 2.2 26

192 An Artificial Heme Enzyme for Cyclopropanation Reactions. Angewandte Chemie, 2018, 130, 7911-7915. 1.6 26

193 Chalcogenâˆ’Chalcogen Bonds in Edge-Sharing Square-Planar d8 Complexes. Are They Possible?.
Inorganic Chemistry, 2004, 43, 3702-3714. 1.9 25

194 Synthetic, Mechanistic, and Theoretical Studies on the Generation of Iridium Hydride Alkylidene and
Iridium Hydride Alkene Isomers. Chemistry - A European Journal, 2009, 15, 9046-9057. 1.7 25

195 Proton-Transfer and H2-Elimination Reactions of Trimethylamine Alane: Role of Dihydrogen Bonding
and Lewis Acidâˆ’Base Interactions. Inorganic Chemistry, 2009, 48, 3667-3678. 1.9 25

196 Coordination Chemistry of New Chiral P,N Ferrocenyl Ligands with Half-Sandwich Ruthenium(II),
Rhodium(III), and Iridium(III) Complexes. Organometallics, 2012, 31, 6669-6680. 1.1 25

197 Solution dynamics of agostic interactions in T-shaped Pt(ii) complexes from ab initio molecular
dynamics simulations. Dalton Transactions, 2013, 42, 12165. 1.6 25

198
Reactivity of Coordinatively Unsaturated Bis(N-heterocyclic carbene) Pt(II) Complexes toward
H<sub>2</sub>. Crystal Structure of a 14-Electron Pt(II) Hydride Complex. Inorganic Chemistry, 2014,
53, 4257-4268.

1.9 25
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199 Mechanistic Insight into the Facilitation of Î²â€•Lactam Fragmentation through Metal Assistance.
Chemistry - A European Journal, 2015, 21, 16781-16785. 1.7 25

200 Iridium-Catalyzed Isomerization of <i>N</i>-Sulfonyl Aziridines to Allyl Amines. Organic Letters, 2018,
20, 5747-5751. 2.4 25

201 Analysis of solvent effect onSN2 reactions by different theoretical models. Journal of Physical
Organic Chemistry, 1989, 2, 611-622. 0.9 24

202 Theoretical and Synthetic Studies on Dihaptoacyl and Î²-Agostic Acyl Complexes of Molybdenum.
Organometallics, 1999, 18, 3294-3305. 1.1 24

203 Computational QM/MM study on the structure and energetics of species involved in the activation of
the Câ€“H and Câ€“S bonds of thiophene by Cp*RhPMe3. New Journal of Chemistry, 2004, 28, 625-630. 1.4 24

204 Neutron and X-ray Diffraction Studies and DFT Calculations of Asymmetric Bis(silyl) Niobocene
Hydrides. Organometallics, 2004, 23, 2845-2847. 1.1 24

205
A QM/MM Study of the Asymmetric Dihydroxylation of Terminal Aliphaticn-Alkenes with
OsO4â‹…(DHQD)2PYDZ: Enantioselectivity as a Function of Chain Length. Chemistry - A European Journal,
2005, 11, 1017-1029.

1.7 24

206 Aromatic Câ€“F activation by complexes containing the {Pt2S2} core via nucleophilic substitution: a
combined experimental and theoretical study. Dalton Transactions, 2009, , 5980. 1.6 24

207 Beyond Continuum Solvent Models in Computational Homogeneous Catalysis. Topics in Catalysis,
2022, 65, 118-140. 1.3 24

208 Correlation between proton transfer and solvent motion in the (H3O2)âˆ’ species. Chemical Physics
Letters, 1986, 124, 177-180. 1.2 23

209 Catalysis of Friedel-Crafts reactions by electric fields. The Journal of Physical Chemistry, 1991, 95,
179-183. 2.9 23

210 Dihydrogen Formation in a Trihydride Metallocene and Its Elimination, Both Assisted by Lewis Acids:
The[Cp2NbH3]+BH3 System. Angewandte Chemie International Edition in English, 1997, 36, 265-266. 4.4 23

211 First Evidence of Fast Sï£¿Hâ‹…â‹…â‹…S Proton Transfer in a Transition Metal Complex. Angewandte Chemie -
International Edition, 2002, 41, 2776-2778. 7.2 23

212 A DFT Study on the Mechanism of Palladium-Catalyzed Alkyne Hydrogenation: Neutral versus Cationic
Pathways. Organometallics, 2008, 27, 43-52. 1.1 23

213 Behavior of Pâˆ’Pt and Pâˆ’Pd Bonds in Phosphido Complexes toward Electrophilic Fragments. Inorganic
Chemistry, 2009, 48, 7679-7690. 1.9 23

214
Dynamic Pd<sup>II</sup>/Cu<sup>I</sup> Multimetallic Assemblies as Molecular Models to Study
Metalâ€“Metal Cooperation in Sonogashira Coupling. Chemistry - A European Journal, 2020, 26,
12168-12179.

1.7 23

215 Acid-catalyzed hydrogenation of olefins. A theoretical study of the hydrogen fluoride and H3O+
catalyzed hydrogenation of ethylene. Journal of the American Chemical Society, 1987, 109, 7623-7629. 6.6 22

216 Comparison of semiempirical and bsse corrected mÃ¸ller-plesset ab initio calculations on the direct
addition of water to formaldehyde. Computational and Theoretical Chemistry, 1990, 210, 427-440. 1.5 22
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217 Vibrational Stark effect: Theoretical determination through the semiempirical AM1 method. Journal of
Computational Chemistry, 1992, 13, 821-829. 1.5 22

218 Ab initio study of the structure and reactivity of H2CO.cntdot.H2O.bul.+ and related radical cations.
Journal of the American Chemical Society, 1993, 115, 9121-9126. 6.6 22

219 Electronic against steric effects in distorted amides. Computational and Theoretical Chemistry, 2003,
632, 131-144. 1.5 22

220 Intermolecular Hydrogen Bonding between Neutral Transition Metal Hydrides (Î·5-C5H5)M(CO)3H (M =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 622 Td (Mo, W) and Bases. Journal of the American Chemical Society, 2006, 128, 3486-3487.6.6 22

221 Influence of the Nature of the Ligand on Dirhodium(II) Carbene Species: A Theoretical Analysis.
Organometallics, 2008, 27, 2873-2876. 1.1 22

222 Do Metalâ‹…â‹…â‹…Water Hydrogen Bonds Hold in Solution? Insight from Ab Initio Molecular Dynamics
Simulations. ChemPhysChem, 2011, 12, 1666-1668. 1.0 22

223 Directionality of Dihydrogen Bonds: The Role of Transition Metal Atoms. ChemPhysChem, 2012, 13,
2677-2687. 1.0 22

224 Assessing protein-ligand docking for the binding of organometallic compounds to proteins. Journal
of Computational Chemistry, 2014, 35, 192-198. 1.5 22

225 Coordinatively Unsaturated T-Shaped Platinum(II) Complexes Stabilized by Small N-Heterocyclic
Carbene Ligands. Synthesis and Cyclometalation. Organometallics, 2014, 33, 3746-3756. 1.1 22

226
Ab initio study of the coordination modes of tetrahydroborato ligands: what is the actual structure
of the tris(tetrahydroborato)bis(trimethylphosphine) titanium complex. Inorganic Chemistry, 1993, 32,
951-954.

1.9 21

227 Ab initio study of the coordination modes of tetrahydroborato ligands: structure of the
tris(tetrahydroborato)titanium. Inorganic Chemistry, 1993, 32, 4695-4699. 1.9 21

228
The Nature of Mâˆ’B Versus Mâ••B Bonds in Cationic Terminal Borylene Complexes: Structure and Energy
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[(Î·5-C5H5)(CO)2M(BNMe2)]+ (M = Fe, Ru, Os). Organometallics, 2009, 28, 6442-6449.

1.1 21

229
Intramolecular Ïƒ-Bond Metathesis/Protonolysis on Zirconium(IV) and Hafnium(IV) Pyridylamido Olefin
Polymerization Catalyst Precursors: Exploring Unexpected Reactivity Paths. Inorganic Chemistry, 2010,
49, 6811-6813.

1.9 21

230 A stable, mononuclear, cationic Pt(<scp>iii</scp>) complex stabilised by bulky N-heterocyclic carbenes.
Chemical Communications, 2014, 50, 1299-1301. 2.2 21

231 Theoretical, structural and NMR studies of fluxionality in thiolato-bridged platinum(II)-platinum(IV)
dinuclear complexes. Inorganica Chimica Acta, 1997, 265, 89-102. 1.2 20

232 Synthesis and Characterization of Mixed-Phosphine Osmium Polyhydrides:Â  Hydrogen Delocalization in
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233 Water-Chain intervention in the ketonization of vinyl alcohol. An ab initio study. International
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234 Theoretical study on intramolecular allene-diene cycloadditions catalyzed by PtCl2 and Au(i)
complexes. Dalton Transactions, 2011, 40, 11095. 1.6 19
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235 Water chain intervention in hydrolytic and tautomeric reactions. International Journal of Quantum
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Palladium(II) complexes with Pd2S2 rings. Synthesis and theoretical characterization of
[Pd2(dppe)2(Î¼-S)2] and X-ray characterization of [Pd3(dppe)3(Î¼3-S)2]Cl2. Inorganic Chemistry
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Theoretical study of the reaction mechanism of the uncatalyzed epoxidation of alkenes by
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(Cartesian coordinates) and total energies for compounds 1 to 9. See
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