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1.1 21
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147 The Mechanism of the Catalytic Functionalization of Haloalkanes by Carbene Insertion: An
Experimental and Theoretical Study. Organometallics, 2009, 28, 5968-5981. 1.1 49
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149 Mechanism of the [(NHC)AuI]-Catalyzed Rearrangement of Allylic Acetates. A DFT Study. Organic
Letters, 2009, 11, 81-84. 2.4 42

150 Oxidative dehydrogenation of an amine group of a macrocyclic ligand in the coordination sphere of a
CuII complex. Dalton Transactions, 2009, , 6013. 1.6 17
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A DFT/MM analysis of the effect of ligand substituents on asymmetric hydrogenation catalyzed by
rhodium complexes with phosphineâ€“phosphinite ligands. Canadian Journal of Chemistry, 2009, 87,
1273-1279.
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152 Câˆ’C Reductive Elimination in Palladium Complexes, and the Role of Coupling Additives. A DFT Study
Supported by Experiment. Journal of the American Chemical Society, 2009, 131, 3650-3657. 6.6 178

153 Towards Configurationally Stable [4]Helicenes: Enantioselective Synthesis of 12â€•Substituted
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156 DFT/MM Study on Copperâ€•Catalyzed Cyclopropanation â€“ Enantioselectivity with No Enthalpy Barrier.
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159 Mechanistic insights into the transmetalation step of a Suzukiâ€“Miyaura reaction of
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162 On the Origin of Î±- and Î²-Agostic Distortions in Early-Transition-Metal Alkyl Complexes.
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Factors affecting imine coordination in (iminoterpyridine)MX2(M = Fe, Co, Ni, Zn): synthesis,
structures, DFT calculations and ethylene oligomerisation studies. New Journal of Chemistry, 2007, 31,
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164 Di-palladium Complexes with Urea-containing Ligands as Anion Receptors. Supramolecular Chemistry,
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165 Proton-Abstraction Mechanism in the Palladium-Catalyzed Intramolecular Arylation:Â  Substituent
Effects. Journal of the American Chemical Society, 2007, 129, 6880-6886. 6.6 509

166 A theoretical analysis of a classic example of supramolecular catalysis. Chemical Communications,
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167 Computational approaches to asymmetric synthesis. New Journal of Chemistry, 2007, 31, 333. 1.4 108

168 Crucial Role of Anions on the Deprotonation of the Cationic Dihydrogen Complex
trans-[FeH(Î·2-H2)(dppe)2]+. Journal of the American Chemical Society, 2007, 129, 6608-6618. 6.6 51

169 Critical Role of the Correlation Functional in DFT Descriptions of an Agostic Niobium Complex.
Journal of Chemical Theory and Computation, 2007, 3, 1329-1336. 2.3 52

170 A Valuable, Inexpensive CuI/N-Heterocyclic Carbene Catalyst for the Selective Diboration of Styrene.
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171 [(NHC)AuI]-Catalyzed Formation of Conjugated Enones and Enals: An Experimental and Computational
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173 Mechanism of Alkane Câˆ’H Bond Activation by Copper and Silver Homoscorpionate Complexes.
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Structure and bonding in a cyclobutyl tris(pyrazolyl)boratoniobium complex and the variation in
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1.6 11

175 A DFT Study of the Full Catalytic Cycle of the Suzukiâˆ’Miyaura Cross-Coupling on a Model System.
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177 Experimental and Theoretical Investigations of New Dinuclear Palladium Complexes as Precatalysts
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178 Silyl, Hydrido Silylene or Alternative Bonding Modes:Â  The Many Possible Structures of
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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.
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180 Synthesis and Computational Studies of Palladium(I) Dimers Pd2X2(PtBu2Ph)2(X = Br, I):Â  Phenyl versus
Halide Bridging Modes. Organometallics, 2006, 25, 5990-5995. 1.1 22
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181 Mechanism of the Base-Assisted Displacement of Chloride by Alcohol in Sulfinyl Derivatives. Journal
of Organic Chemistry, 2006, 71, 6388-6396. 1.7 39

182 Proton Abstraction Mechanism for the Palladium-Catalyzed Intramolecular Arylation. Journal of the
American Chemical Society, 2006, 128, 1066-1067. 6.6 698

183 Computational study of the transmetalation process in the Suzukiâ€“Miyaura cross-coupling of aryls.
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184 A DFT study on the relative affinity for oxygen of the Î± and Î² subunits of hemoglobin. Journal of
Computational Chemistry, 2006, 27, 1446-1453. 1.5 10

185 A Theoretical Assessment of the Thermodynamic Preferences in the Cyclopalladation of Amines.
European Journal of Inorganic Chemistry, 2005, 2005, 4040-4047. 1.0 10

186
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.
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187 Experimental and Computational Studies of Hydrogen Bonding and Proton Transfer to [Cp*Fe(dppe)H].
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188 Computational study on the difference between the Coâ€“C bond dissociation energy in
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Computational Rationalization of the Dependence of the Enantioselectivity on the Nature of the
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American Chemical Society, 2005, 127, 3624-3634.
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191 Base-Catalyzed Inversion of Chiral Sulfur Centers. A Computational Study. Organic Letters, 2004, 6,
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192 Applications of Hybrid DFT/Molecular Mechanics to Homogeneous Catalysis. Structure and Bonding,
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194 A computational study on the acceleration of the Prins reaction by indium trichloride. Comptes
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195 Stabilization of the adenosyl radical in coenzyme B12 â€“ a theoretical study. Chemical Physics Letters,
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196 Computational QM/MM study on the structure and energetics of species involved in the activation of
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The Effect of the â€œInertâ€• Counteranions in the Deprotonation of the Dihydrogen
Complextrans-[FeH(Î·2-H2)(dppe)2]+:Â  Kinetic and Theoretical Studies. Journal of the American Chemical
Society, 2004, 126, 2320-2321.
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198 Self-Consistency versus â€œBest-Fitâ€• Approaches in Understanding the Structure of Metal Nitrosyl
Complexes. Organometallics, 2004, 23, 6008-6014. 1.1 5
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199 Polyene Cyclization by a Double Intramolecular Heck Reaction. A DFT Study. Organometallics, 2004, 23,
2784-2796. 1.1 33

200 Unexpected Influence of the Counteranion in the Îº2 vs Îº3 Hapticity of Polydentate N-Donor Ligands in
[RhI(N-ligand)L2]+ Complexes. Organometallics, 2004, 23, 5530-5539. 1.1 18
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Diradical versus Concerted Mechanisms for the Dihydroxylation of Protoanemonin by OsO4 and
OsO4âˆ’NH3 âˆ’ The Effect of the Base in the Reaction. European Journal of Organic Chemistry, 2003, 2003,
833-839.
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202 Electronic against steric effects in distorted amides. Computational and Theoretical Chemistry, 2003,
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203 Theoretical assessment on the viability of possible intermediates in the reaction mechanism of
catalase and peroxidase models. Computational and Theoretical Chemistry, 2003, 632, 323-333. 1.5 4

204 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

205 Preparation and Characterization of Osmiumâˆ’Stannyl Polyhydrides:Â  d4âˆ’d2Oxidative Addition of
Neutral Molecules in a Late Transition Metal. Organometallics, 2003, 22, 2087-2096. 1.1 46

206 Density Functional Study on the Effect of the trans Axial Ligand ofB12Cofactors on the Heterolytic
Cleavage of the Coâˆ’C Bond. Journal of Physical Chemistry B, 2003, 107, 306-315. 1.2 48

207 Density Functional Study on the Mechanism of the Vanadium-Catalyzed Oxidation of Sulfides by
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Influence of Media and Homoconjugate Pairing on Transition Metal Hydride Protonation. An IR and
DFT Study on Proton Transfer to CpRuH(CO)(PCy3). Journal of the American Chemical Society, 2003,
125, 7715-7725.
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Experimental and Theoretical Studies of Bonding and Oxidative Addition of Germanes and Silanes,
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Complex. Organometallics, 2003, 22, 5307-5323.
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210
An unprecedented Î±-Câ€“C agostic interaction in a cyclopropyl tris(pyrazolyl)boratoniobium
complexElectronic supplementary information (ESI) available: experimental section. See
http://www.rsc.org/suppdata/cc/b3/b300324h/. Chemical Communications, 2003, , 876-877.

2.2 50

211

Bond energy Mâ€“C/Hâ€“C correlations: dual theoretical and experimental approach to the sensitivity of
Mâ€“C bond strength to substituentsElectronic supplementary information (ESI) available: methods of
calculation; Fig. S1: Comparison of calculated and experimental Câ€“H bond dissociation energies for
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Table S2, total energies, BDE for Reâ€“C and Hâ€“C; Table S3, NPA charges q(C) and q(aryl) for the organic
fragments C6H6â€“. Chemical Communications, 2003, , 490-491.
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212 Câ€“H and Câ€“C agostic interactions in cycloalkyl tris(pyrazolyl)boratoniobium complexes. Dalton
Transactions, 2003, , 4057-4064. 1.6 49

213
An oscillating C22? unit inside a copper rectangleElectronic supplementary information (ESI)
available: NMR spectra and computational details. See http://www.rsc.org/suppdata/cc/b3/b301842c/.
Chemical Communications, 2003, , 1260.
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214

Theoretical study of the reaction mechanism of the uncatalyzed epoxidation of alkenes by
iodosylbenzeneElectronic supplementary information (ESI) available: B3LYP optimized geometries
(Cartesian coordinates) and total energies for compounds 1 to 9. See
http://www.rsc.org/suppdata/nj/b2/b203861g/. New Journal of Chemistry, 2003, 27, 811-817.
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215 Computational Methods for Homogeneous Catalysis. Catalysis By Metal Complexes, 2002, , 1-21. 0.6 5

216
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 67 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
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217 Rhodium Diphosphine Hydroformylation. Catalysis By Metal Complexes, 2002, , 161-187. 0.6 2

218 Ab initio calculations predict a very low barrier for the rotation of the axial ligand in Fe(P)(Im).
Chemical Physics Letters, 2002, 353, 379-382. 1.2 10
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of the American Chemical Society, 2001, 123, 6000-6013. 6.6 59
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221 A Density Functional Study on the Effect of the Trans Axial Ligand of Cobalamin on the Homolytic
Cleavage of the Coâˆ’C Bond. Journal of Physical Chemistry B, 2001, 105, 7564-7571. 1.2 74
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227 Hybrid quantum mechanics/molecular mechanics studies of the active site of the blue copper proteins
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230 Performance of the semiempirical PM3 (tm) method in the geometry optimization of transition metal
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231 A comparative study of DFT and traditional ab initio methodologies on the OsO4 molecule.
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235 The IMOMM method opens the way for the accurate calculation of â€œrealâ€• transition metal complexes.
Chemical Communications, 2000, , 1821-1827. 2.2 73
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A Quantum Mechanics/Molecular Mechanics Study of the Highly Enantioselective Addition of
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structure. New Journal of Chemistry, 1998, 22, 5-9. 1.4 34



16

Feliu Maseras

# Article IF Citations
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