
Odile Eisenstein

List of Publications by Year
in descending order

Source: https://exaly.com/author-pdf/26858/publications.pdf

Version: 2024-02-01

330

papers

21,933

citations

80

h-index

7251

129

g-index

15698

385

all docs

385

docs citations

385

times ranked

12809

citing authors



Odile Eisenstein

2

# Article IF Citations

1 Câ€”H Bond Activation in Transition Metal Species from a Computational Perspective. Chemical Reviews,
2010, 110, 749-823. 23.0 959

2 A New Intermolecular Interaction:â€‰ UnconventionalHydrogen Bonds with Elementâˆ’Hydride Bonds as
ProtonAcceptor. Accounts of Chemical Research, 1996, 29, 348-354. 7.6 639

3 Highly Active and Robust Cp* Iridium Complexes for Catalytic Water Oxidation. Journal of the
American Chemical Society, 2009, 131, 8730-8731. 6.6 561

4 Half-Sandwich Iridium Complexes for Homogeneous Water-Oxidation Catalysis. Journal of the
American Chemical Society, 2010, 132, 16017-16029. 6.6 507

5 Câˆ’F and Câˆ’H Bond Activation of Fluorobenzenes and Fluoropyridines at Transition Metal Centers:
How Fluorine Tips the Scales. Accounts of Chemical Research, 2011, 44, 333-348. 7.6 430

6 Transition Metal Polyhydrides:â€‰ From Qualitative Ideas to Reliable Computational Studies. Chemical
Reviews, 2000, 100, 601-636. 23.0 341

7 Iridium-Catalyzed Hydrogenation of N-Heterocyclic Compounds under Mild Conditions by an
Outer-Sphere Pathway. Journal of the American Chemical Society, 2011, 133, 7547-7562. 6.6 296

8 Do f Electrons Play a Role in the Lanthanideâˆ’Ligand Bonds? A DFT Study of Ln(NR2)3; R = H, SiH3.
Journal of Physical Chemistry A, 2000, 104, 7140-7143. 1.1 292

9 Selectivity of Câ€“H Activation and Competition between Câ€“H and Câ€“F Bond Activation at
Fluorocarbons. Chemical Reviews, 2017, 117, 8710-8753. 23.0 265

10 Linear-Selective Hydroarylation of Unactivated Terminal and Internal Olefins with
Trifluoromethyl-Substituted Arenes. Journal of the American Chemical Society, 2014, 136, 13098-13101. 6.6 263

11 Transition-metal complexed olefins: how their reactivity toward a nucleophile relates to their
electronic structure. Journal of the American Chemical Society, 1981, 103, 4308-4320. 6.6 254

12 Interactions between Cî—¸H and Nî—¸H bonds and d8 square planar metal complexes: hydrogen bonded or
agostic?. Inorganica Chimica Acta, 1997, 254, 105-111. 1.2 248

13 Factors Affecting the Strength of N-H.cntdot..cntdot..cntdot.H-Ir Hydrogen Bonds. Journal of the
American Chemical Society, 1995, 117, 3485-3491. 6.6 244

14 Computed Ligand Electronic Parameters from Quantum Chemistry and Their Relation to Tolman
Parameters, Lever Parameters, and Hammett Constants. Inorganic Chemistry, 2001, 40, 5806-5811. 1.9 233

15
An attractive cis-effect of hydride on neighbor ligands: experimental and theoretical studies on the
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.pi.-donating ligand. Organometallics, 1992, 11, 729-737. 1.1 204



3

Odile Eisenstein

# Article IF Citations

19
An Unconventional Intermolecular Three-Center Nâ€“Hâ€¦ H2Re Hydrogen Bond in
Crystalline[ReH5(PPh3)3]Â·indoleÂ·C6H6. Angewandte Chemie International Edition in English, 1995, 34,
2507-2509.

4.4 195

20 Hydrogen for Fluorine Exchange in C6F6and C6F5H by Monomeric [1,3,4-(Me3C)3C5H2]2CeH:Â 
Experimental and Computational Studies. Journal of the American Chemical Society, 2005, 127, 279-292. 6.6 190

21 Superjacent orbital control. Interpretation of the anomeric effect. Journal of the American Chemical
Society, 1973, 95, 3806-3807. 6.6 186

22
An Anion-Dependent Switch in Selectivity Results from a Change of Câˆ’H Activation Mechanism in the
Reaction of an Imidazolium Salt with IrH5(PPh3)2. Journal of the American Chemical Society, 2005, 127,
16299-16311.

6.6 172

23
Exceptional Sensitivity of Metalâˆ’Aryl Bond Energies to <i>ortho</i>-Fluorine Substituents: Influence
of the Metal, the Coordination Sphere, and the Spectator Ligands on Mâˆ’C/Hâˆ’C Bond Energy
Correlations. Journal of the American Chemical Society, 2009, 131, 7817-7827.

6.6 172
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107 Heterolytic dihydrogen activation in an iridium complex with a pendant basic group. Chemical
Communications, 1999, , 297-298. 2.2 68

108 The rebound mechanism in catalytic Câ€“H oxidation by MnO(tpp)Cl from DFT studies: electronic nature
of the active species. Chemical Communications, 2008, , 744-746. 2.2 68



8

Odile Eisenstein

# Article IF Citations

109 Deviation from the ideal octahedral field vs. alkyl distortion in d0 metal-alkyl complexes: a MO study.
Organometallics, 1986, 5, 1457-1464. 1.1 67

110 Theoretical analysis of bonding in monomeric and polymeric C5H5M compounds. Organometallics,
1984, 3, 759-764. 1.1 66

111 Interaction between d6 ML5 metal fragments and hydrogen: .eta.2-H2 vs. dihydride structure. Journal
of the American Chemical Society, 1986, 108, 6587-6592. 6.6 65

112 Theoretical Studies on the Metathesis Processes, [Tp(PH3)MR(2-Hï£¿CH3)]â€‰â†’â€‰[Tp(PH3)M(CH3)(2-Hï£¿R)] (M=Fe,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 622 Td (Ru, and Os; R=H and CH3). Chemistry - A European Journal, 2003, 9, 2775-2782.1.7 65

113 Remote functionalization of hydrocarbons with reversibility enhanced stereocontrol. Chemical
Science, 2015, 6, 2770-2776. 3.7 65

114 Are Strong Gold-Gold Interactions Possible in Main Group XnA(AuPR3)m Molecules?. Inorganic
Chemistry, 1994, 33, 3261-3268. 1.9 63

115 Mechanistic Studies of the Facile Four-Electron Reduction of Azobenzene at a Single Tungsten Metal
Center. Journal of the American Chemical Society, 1996, 118, 2762-2763. 6.6 63

116 R-Group reversal of isomer stability for RuH(X)L2(CCHR) vs. Ru(X)L2(CCH2R): access to
four-coordinate ruthenium carbenes and carbynes. New Journal of Chemistry, 2000, 24, 925-927. 1.4 63

117
How Solvent Dynamics Controls the Schlenk Equilibrium of Grignard Reagents: A Computational
Study of CH<sub>3</sub>MgCl in Tetrahydrofuran. Journal of Physical Chemistry B, 2017, 121,
4226-4237.

1.2 63

118 The Mechanism of Acetylene Cyclotrimerization Catalyzed by the fac-IrP3+ Fragment: The Relationship
between Fluxionality and Catalysis. Organometallics, 1994, 13, 2010-2023. 1.1 62

119 Cerium masquerading as a Group 4 element: synthesis, structure and computational characterisation
of [CeCl{N(SiMe3)2}3]. Chemical Communications, 2001, , 1560-1561. 2.2 62

120 tert-Butyl Is Superior to Phenyl as an Agostic Donor to 14-Electron Ir(III). Journal of the American
Chemical Society, 1997, 119, 9069-9070. 6.6 61

121 Isolable, Unsaturated Ru(0) in Ru(CO)2(PtBu2Me)2: Not Isostructural with Rh(I) in Rh(CO)2(PR3)2+.
Journal of the American Chemical Society, 1995, 117, 8869-8870. 6.6 59

122 A 14-Electron Ruthenium(II) Hydride, [RuH(CO)(PtBu2Me)2]BArâ€˜4(Arâ€˜ = 3,5-(C6H3)(CF3)2):Â  Synthesis,
Structure, and Reactivity toward Alkenes and Oxygen Ligands. Organometallics, 2000, 19, 2281-2290. 1.1 59

123 Equilibria between Î±- and Î²-Agostic Stabilized Rotamers of Secondary Alkyl Niobium Complexes. Journal
of the American Chemical Society, 2001, 123, 6000-6013. 6.6 59

124 Some structural and electronic properties of MX3(Mâ€‰=â€‰Ln, Sc, Y, Ti+, Zr+, Hf+; Xâ€‰=â€‰H, Me, Hal, NH2) from
DFT calculations. Faraday Discussions, 2003, 124, 25-39. 1.6 59

125 Understanding Structural and Dynamic Properties of Well-Defined Rhenium-Based Olefin Metathesis
Catalysts, Re(â‹®CR)(CHR)(X)(Y), from DFT and QM/MM Calculations. Organometallics, 2005, 24, 1586-1597. 1.1 59

126
The Bond between CO and Cpâ€²<sub>3</sub>U in Cpâ€²<sub>3</sub>U(CO) Involves Back-bonding from the
Cpâ€²<sub>3</sub>U Ligand-Based Orbitals of Ï€-Symmetry, where Cpâ€² Represents a Substituted
Cyclopentadienyl Ligand. Organometallics, 2009, 28, 3629-3635.

1.1 59



9

Odile Eisenstein

# Article IF Citations

127 CO-Induced C(sp2)/C(sp) Coupling on Ru and Os:Â  A Comparative Study. Organometallics, 1998, 17,
4700-4706. 1.1 58

128
DFT calculations of d0M(NR)(CHtBu)(X)(Y) (M = Mo, W; R = CPh3, 2,6-iPrâ€“C6H3; X and Y = CH2tBu, OtBu,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 707 Td (OSi(OtBu)3) olefin metathesis catalysts: structural, spectroscopic and electronic properties. Dalton

Transactions, 2006, , 3077-3087.
1.6 58

129 Generation and Structural Characterization of a Gold(III) Alkene Complex. Angewandte Chemie -
International Edition, 2013, 52, 1660-1663. 7.2 58

130

Geminal dehydrogenation of ether and amine C(sp3)H2 groups by electron-rich Ru(ii) and OsElectronic
supplementary information (ESI) available: crystallographic data, fractional coordinates and
isotropic thermal parameters, anisotropic thermal parameters, and bond distances and angles. See
http://www.rsc.org/suppdata/nj/b2/b200168n/. New Journal of Chemistry, 2002, 26, 687-700.

1.4 57

131 Orbital Analysis of Carbonâ€•13 Chemical Shift Tensors Reveals Patterns to Distinguish Fischer and
Schrock Carbenes. Angewandte Chemie - International Edition, 2017, 56, 10127-10131. 7.2 57

132 A comprehensive view of Mâ€“H addition across the RCî€‚CH bond: frustration culminating in ultimate
union. New Journal of Chemistry, 2001, 25, 1244-1255. 1.4 56

133 Metallacyclobutanes from Schrock-Type d<sup>0</sup> Metal Alkylidene Catalysts: Structural
Preferences and Consequences in Alkene Metathesis. Organometallics, 2015, 34, 1668-1680. 1.1 55

134 Importance of palladiumâ€“carbon bond energies in direct arylation of polyfluorinated benzenes.
Dalton Transactions, 2010, 39, 10510. 1.6 54

135 cisâ€“trans Isomerisation of CpRe(CO)2(H)(ArF) (ArF= C6FnH5âˆ’n; n = 0â€“5) is the rate determining step in
Câ€“H activation of fluoroarenes: a DFT study. Dalton Transactions, 2003, , 4065-4074. 1.6 53

136 The Key Role of the Hemiaminal Intermediate in the Iron-Catalyzed Deaminative Hydrogenation of
Amides. ACS Catalysis, 2018, 8, 8751-8762. 5.5 53

137 Electronic origin of the thermochromic effect in 2,2',5,5'-tetramethylbistibole. Journal of the
American Chemical Society, 1982, 104, 3876-3879. 6.6 51

138 Competition between Steric and Electronic Control of Structure in Ru(CO)2L2Lâ€˜ Complexes.
Organometallics, 1997, 16, 1979-1993. 1.1 51

139 [Ru(Ph)(CO)(PtBu2Me)2]+: A Unique 14-Electron Ru11 Complex with Two Agostic Interactions.
Angewandte Chemie International Edition in English, 1997, 36, 2004-2006. 4.4 51

140
Structural and Dynamic Properties of OsH2X2L2 (X = Cl, Br, I; L = PiPr3) Complexes: Interconversion
between Remarkable Non-Octahedral Isomers. Journal of the American Chemical Society, 1995, 117,
281-292.

6.6 50

141 Multiple structural variants of LnCuI(.mu.-X)2CuILn (n = 1, 2). Influence of halide on a "soft" potential
energy surface. Inorganic Chemistry, 1992, 31, 3306-3312. 1.9 49

142 Carbene Complexes from Olefins, Using RuHCl(PiPr3)2. Influence of the Olefin Substituent. Journal of
the American Chemical Society, 1998, 120, 9388-9389. 6.6 49

143 Cationic Methyl Complexes of the Rare-Earth Metals: An Experimental and Computational Study on
Synthesis, Structure, and Reactivity. Inorganic Chemistry, 2008, 47, 9265-9278. 1.9 49

144
Solid-State and Solution Structures of[{NW(OC(CH3)2CF3)3}3] and Factors Favoring the Metathesis of
Cï£¿N and Wï£¿W Triple Bonds in Reactions Involving Organic Nitriles and Ditungsten Hexaalkoxides.
Angewandte Chemie International Edition in English, 1995, 34, 110-112.

4.4 48



10

Odile Eisenstein

# Article IF Citations

145
DFT studies of the methyl exchange reaction between Cp2Mâ€“CH3or Cp*2Mâ€“CH3(Cp = C5H5, Cp* = C5Me5,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 747 Td (M = Y, Sc, Ln) and CH4. Does M ionic radius control the reaction?. Dalton Transactions, 2006, ,

3052-3057.
1.6 47

146 Metal alkyls programmed to generate metal alkylidenes by Î±-H abstraction: prognosis from NMR
chemical shift. Chemical Science, 2018, 9, 1912-1918. 3.7 47

147 Dynamics on an ab Initio Surface for Calculating JHH NMR Exchange Coupling. The Case of
OsH3X(PH3)2. Journal of the American Chemical Society, 1995, 117, 1797-1799. 6.6 46

148 DFT modeling of ligands in lanthanide chemistry: Is Ln[N(SiH3)2]3 a model for Ln[N(SiMe3)2]3?. New
Journal of Chemistry, 2001, 25, 255-258. 1.4 46

149 Ï€-Bond Character in Metalâ€“Alkyl Compounds for Câ€“H Activation: How, When, and Why?. Journal of
the American Chemical Society, 2019, 141, 648-656. 6.6 46

150 On coupling carbenes and carbynes. Journal of the American Chemical Society, 1982, 104, 632-634. 6.6 45

151 A novel coordination mode for oxygen: preparation and properties of (NBun4)2[V4O(edt)2Cl8]
containing a square planar oxide bridge. Journal of the American Chemical Society, 1989, 111, 8027-8029. 6.6 45

152 Redox-active organometallic Ir complexes containing biphenyl-2,2â€²-diyl. Journal of the Chemical Society
Chemical Communications, 1993, . 2.0 45

153
A theoretical study of [M(PH3)4] (Mâ€…=â€…Ru or Fe), models for the highly reactive d8 intermediates
[M(dmpe)2] (dmpeâ€…=â€…Me2PCH2CH2PMe2). Zero activation energies for addition of CO and oxidative
addition of H2â€Šâ€¡. Journal of the Chemical Society Dalton Transactions, 1998, , 291-300.

1.1 45

154 Câ€“H oxidation by hydroxo manganese(v) porphyrins: a DFT study. Chemical Communications, 2009, ,
1772. 2.2 45

155 Structural Distortions in Six-Coordinate Adducts of Niobium(V) and Tantalum(V). Inorganic
Chemistry, 1997, 36, 3623-3631. 1.9 44

156 Vinyl Câˆ’F Cleavage by Os(H)3Cl(PiPr3)2. Inorganic Chemistry, 2002, 41, 6440-6449. 1.9 43

157 Are the Carbon Monoxide Complexes of Cp2M (M = Ca, Eu, or Yb) Carbon or Oxygen Bonded? An Answer
from DFT Calculations. Journal of the American Chemical Society, 2002, 124, 5614-5615. 6.6 43

158

Hydrogen for X-Group Exchange in CH<sub>3</sub>X (X = Cl, Br, I, OMe, and NMe<sub>2</sub>) by
Monomeric [1,2,4-(Me<sub>3</sub>C)<sub>3</sub>C<sub>5</sub>H<sub>2</sub>]<sub>2</sub>CeH:
Experimental and Computational Support for a Carbenoid Mechanism. Organometallics, 2009, 28,
3173-3185.

1.1 43

159
Why Is .beta.-Me Elimination Only Observed in d0 Early-Transition-Metal Complexes? An Organometallic
Hyperconjugation Effect with Consequences for the Termination Step in Ziegler-Natta Catalysis.
Organometallics, 1994, 13, 1049-1051.

1.1 42

160 Quantum Exchange Coupling:Â  A Hypersensitive Indicator of Weak Interactions. Journal of the American
Chemical Society, 1997, 119, 10153-10169. 6.6 42

161 Is Ï€-donation the only way? Unprecedented unsaturated Ru(II) species devoid of Ï€-donor ligands.
Inorganica Chimica Acta, 1997, 259, 5-26. 1.2 42

162
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