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vs â€œSubstrate Activationâ€•. Journal of Physical Chemistry B, 2009, 113, 4826-4836. 2.6 17

125
Oxygen Atom Transfer Reactions of Iridium and Osmium Complexes: Theoretical Study of
Characteristic Features and Significantly Large Differences Between These Two Complexes. Inorganic
Chemistry, 2009, 48, 8154-8163.

4.0 37

126 First Principle Theory for p<i>K</i><sub>a</sub> Prediction at Molecular Level: pH Effects Based on
Explicit Solvent Model. Journal of Physical Chemistry B, 2009, 113, 10509-10514. 2.6 13
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127
How to Stabilize Î·<sup>3</sup>-Silapropargyl/Alkynylsilyl Complex of
[CpL<sub>2</sub>M]<sup>+</sup>(<i>L</i> = CO, PMe<sub>3</sub>, or PF<sub><b>3</b></sub> and M =) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 737 Td (W or Mo): Theoretical Prediction. Organometallics, 2009, 28, 65-73.2.3 25

128 Bonding Nature of Open-Lantern-type Dinuclear Cr(II) Complexes. Theoretical Study with the MRMP2
Method. Journal of Physical Chemistry A, 2009, 113, 3202-3209. 2.5 15

129 Thermal Degradation of Methyl Î²-<scp>d</scp>-Glucoside. A Theoretical Study of Plausible Reaction
Mechanisms. Journal of Organic Chemistry, 2009, 74, 6891-6894. 3.2 65

130
New Palladium(II) Complex of P,S-Containing Hybrid Calixphyrin. Theoretical Study of Electronic
Structure and Reactivity for Oxidative Addition. Journal of the American Chemical Society, 2009, 131,
10955-10963.

13.7 32

131 Carbon dioxide capture at the molecular level. Physical Chemistry Chemical Physics, 2009, 11, 8556. 2.8 33

132 A Theoretical Study of Nickel(0)-Catalyzed Phenylcyanation of Alkynes. Reaction Mechanism and
Regioselectivity. Organometallics, 2009, 28, 2583-2594. 2.3 60

133 Theoretical prediction of Oâ€“H, Siâ€“H, and Siâ€“C Ïƒ-bond activation reactions by titanium(IV)â€“imido
complex. Canadian Journal of Chemistry, 2009, 87, 1415-1424. 1.1 6

134 A Theoretical Analysis of a Dielsâˆ’Alder Reaction in Ionic Liquids. Journal of Physical Chemistry B, 2009,
113, 8227-8230. 2.6 47

135 Solvation effects in oxidative addition reaction of Methyliodide to Pt(II) complex: A theoretical study
with RISMâ€“SCF method. Chemical Physics Letters, 2008, 458, 329-332. 2.6 35

136 Frontier Orbital Consistent Quantum Capping Potential (FOC-QCP) for Bulky Ligand of Transition
Metal Complexes. Journal of Physical Chemistry A, 2008, 112, 1946-1955. 2.5 20

137

Heteropolynuclear Complexes of 3,5-Dimethylpyrazolate
[Pt<sub>2</sub>M<sub>4</sub>(Me<sub>2</sub>pz)<sub>8</sub>] (M = Ag, Cu). Highly Luminescent
Character of the Triplet Excited State Based on Mixed-Metal Cores. Inorganic Chemistry, 2008, 47,
5033-5035.

4.0 49

138 Synthesis of Thiophene-Containing Hybrid Calixphyrins of the 5,10-Porphodimethene Type. Journal of
Organic Chemistry, 2008, 73, 5139-5142. 3.2 22

139 Why Does Fluoride Anion Accelerate Transmetalation between Vinylsilane and Palladium(II)âˆ’Vinyl
Complex? Theoretical Study. Journal of the American Chemical Society, 2008, 130, 12975-12985. 13.7 88

140
Theoretical Study of Pyrazolate-Bridged Dinuclear Platinum(II) Complexes: Interesting Potential
Energy Curve of the Lowest Energy Triplet Excited State and Phosphorescence Spectra. Inorganic
Chemistry, 2008, 47, 4329-4337.

4.0 51

141
Syntheses, Structures, and Coordination Chemistry of Phosphole-Containing Hybrid Calixphyrins:Â 
Promising Macrocyclic P,N2,X-Mixed Donor Ligands for Designing Reactive Transition-Metal
Complexes. Journal of the American Chemical Society, 2008, 130, 990-1002.

13.7 85

142
Theoretical Study of Câˆ’H and Nâˆ’H Ïƒ-Bond Activation Reactions by Titinium(IV)-Imido Complex. Good
Understanding Based on Orbital Interaction and Theoretical Proposal for Nâˆ’H Ïƒ-Bond Activation of
Ammonia. Journal of the American Chemical Society, 2007, 129, 8615-8624.

13.7 65

143
Theoretical Study of Oxidative Additions of H<sub>2</sub> and MeCN to a Nickel(0) Complex:â€‰
Significantly Large Correlation Effects and Characteristic Features of the Reaction. Journal of
Physical Chemistry A, 2007, 111, 7915-7924.

2.5 27

144
New generation of the reference interaction site model self-consistent field method: Introduction of
spatial electron density distribution to the solvation theory. Journal of Chemical Physics, 2007, 126,
244504.

3.0 103
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145 Binding Energy of Transition-Metal Complexes with Large Ï€-Conjugate Systems. Density Functional
Theory vs Post-Hartreeâˆ’Fock Methods. Journal of Physical Chemistry A, 2007, 111, 7124-7132. 2.5 42

146 The barrier origin on the reaction of CO2+OHâˆ’ in aqueous solution. Chemical Physics Letters, 2007,
443, 264-268. 2.6 35

147 Binding energies and bonding nature of MX(CO)(PH3)2(C60) (M=Rh or Ir; X=H or Cl): Theoretical study.
Journal of Organometallic Chemistry, 2007, 692, 299-306. 1.8 22

148 Theoretical Study of Rhenium Dinuclear Complexes:Â  Reâˆ’Re Bonding Nature and Electronic Structure.
Journal of Physical Chemistry A, 2006, 110, 9710-9717. 2.5 42

149 Analysis on Solvated Molecules with a New Energy Partitioning Scheme for Intra- and Intermolecular
Interactions. Journal of Physical Chemistry B, 2006, 110, 12714-12720. 2.6 18

150 Ruthenium(II)-Catalyzed Hydrogenation of Carbon Dioxide to Formic Acid. Theoretical Study of
Significant Acceleration by Water Molecules. Organometallics, 2006, 25, 3352-3363. 2.3 96

151 Phosphorus-Containing Hybrid Calixphyrins:Â  Promising Mixed-Donor Ligands for Visible and Efficient
Palladium Catalysts. Journal of the American Chemical Society, 2006, 128, 11760-11761. 13.7 71

152 Discrete Sandwich Compounds of Monolayer Palladium Sheets. Science, 2006, 313, 1104-1107. 12.6 182

153
Theoretical Study of Cp2Zr-, (MeO)2Zr-, and M(PH3)-Mediated Coupling Reactions of Acetylenes (M = Ni,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 427 Td (Pt). Significant Differences between Early- and Late-Transition-Metal Complexes. Organometallics,

2005, 24, 2129-2140.
2.3 16

154
Theoretical Study of Silyl-Bridged Dinuclear Palladium(I) and Platinum(I) Complexes,
M2(Î¼-Î·2-HÂ·Â·Â·SiH2)2(PH3)2(M = Pd or Pt). New Insight into the Bonding Nature. Organometallics, 2005, 24,
4029-4038.

2.3 18

155
Theoretical Study of M(PH3)2Complexes of C60, Corannulene (C20H10), and Sumanene (C21H12) (M = Pd) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 347 Td (or Pt). Unexpectedly Large Binding Energy of M(PH3)2(C60). Journal of Physical Chemistry A, 2005, 109,

8055-8063.
2.5 56

156
Ruthenium(II)-Catalyzed Hydrogenation of Carbon Dioxide to Formic Acid. Theoretical Study of Real
Catalyst, Ligand Effects, and Solvation Effects. Journal of the American Chemical Society, 2005, 127,
4021-4032.

13.7 183

157 Theoretical Study of Trans-metalation Process in Palladium-Catalyzed Borylation of Iodobenzene with
Diboron. Journal of the American Chemical Society, 2004, 126, 10457-10471. 13.7 153

158
Distortion of Electronic Structure in Solvated Molecules:Â  Tautomeric Equilibrium of 2-Pyridone and
2-Hydroxypridine in Water Studied by the RISM-SCF Method. Journal of Physical Chemistry A, 2004, 108,
2097-2102.

2.5 28

159 Theoretical Study of the Cp2Zr-Catalyzed Hydrosilylation of Ethylene. Reaction Mechanism Including
New Ïƒ-Bond Activation. Journal of the American Chemical Society, 2004, 126, 3332-3348. 13.7 105

160 Comparison of Electronic Structure Theories for Solvated Molecules:â€‰ RISM-SCF versus PCM. Journal
of Physical Chemistry A, 2004, 108, 1629-1634. 2.5 53

161
Iridium-Catalyzed Borylation of Benzene with Diboron. Theoretical Elucidation of Catalytic Cycle
Including Unusual Iridium(V) Intermediate. Journal of the American Chemical Society, 2003, 125,
16114-16126.

13.7 266

162 Hydrogenation of Carbon Dioxide. Catalysis By Metal Complexes, 2002, , 79-105. 0.6 2
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163
Theoretical Study of Rhodium(III)-Catalyzed Hydrogenation of Carbon Dioxide into Formic Acid.
Significant Differences in Reactivity among Rhodium(III), Rhodium(I), and Ruthenium(II) Complexes.
Journal of the American Chemical Society, 2002, 124, 7588-7603.

13.7 103

164
Synthesis of a new copper(i) complex, [Cu(tmdcbpy)2]+ (tmdcbpy =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 707 Td (4,4â€²,6,6â€²-tetramethyl-2,2â€²-bipyridine-5,5â€²-dicarboxylic acid), and its application to solar cells. Dalton

Transactions RSC, 2002, , 840.
2.3 105

165 Why Does the Rhodium-Catalyzed Hydrosilylation of Alkenes Take Place through a Modified
Chalkâˆ’Harrod Mechanism? A Theoretical Study. Organometallics, 2002, 21, 3788-3802. 2.3 110

166
Why Is the Nickel(II) Diphenyldiimine Complex the Best Catalyst for Polymerization of Ethylene in Three
Kinds of Cationic Nickel(II) Complexes, [Ni(CH3)L]+ (L = Diphenyldiimine, 2,2â€˜-Bipyridine, or) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 617 Td (1,2-Diphosphinoethane)? A Theoretical Study. Organometallics, 2002, 21, 4138-4146.2.3 23

167 Theory of emission state of tris(8-quinolinolato)aluminum and its related compounds. Journal of
Applied Physics, 2001, 90, 6092-6097. 2.5 44

168 Modulating fluorescence of 8-quinolinolato compounds by functional groups: A theoretical study.
Applied Physics Letters, 2001, 79, 2348-2350. 3.3 27

169 Platinum(II) Hydride Silanone Complexes and Cyclic Trimers of Silanone. A Theoretical Study of Their
Geometries, Bonding Nature, and Stabilities. Organometallics, 2001, 20, 3896-3905. 2.3 9

170 Participation of (Î·3-Allyl)ruthenium(II) Complexes in Câˆ’C Bond Formation and Câˆ’C Bond Cleavage. A
Theoretical Study. Organometallics, 2001, 20, 3145-3158. 2.3 16

171 Can Cp2Zr(C2H4) Easily React with Hydrosilane? Theoretical Study. Chemistry Letters, 2001, 30,
1222-1223. 1.3 8

172
M2E2 four-member ring structure, M2(Î¼-EH2)2(P2)2 (M=Pd or Pt; E=Si or Ge; P2=(PH3)2 or) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 387 Td (H2PCH2CH2PH2) versus Î¼-disilene and Î¼-digermene-bridged structures, M2(Î¼-E2H4)(P2)2. A theoretical

study. Journal of Organometallic Chemistry, 2001, 635, 173-186.
1.8 28

173 Bonding nature and reaction behavior of inter-element linkages with transition metal complexes. A
theoretical study. Journal of Organometallic Chemistry, 2000, 611, 288-298. 1.8 45

174
Theoretical Study of Ruthenium-Catalyzed Hydrogenation of Carbon Dioxide into Formic Acid.
Reaction Mechanism Involving a New Type of Ïƒ-Bond Metathesis. Journal of the American Chemical
Society, 2000, 122, 3867-3877.

13.7 132

175 Câˆ’H Bond Activation of Benzene and Methane by M(Î·2-O2CH)2 (M = Pd or Pt). A Theoretical Study.
Organometallics, 2000, 19, 3895-3908. 2.3 205

176 Pt-catalyzed hydrosilylation of ethylene. A theoretical study of the reaction mechanism.
Coordination Chemistry Reviews, 1999, 190-192, 933-960. 18.8 60

177 Acetylene-insertion reactions into Pt(II)-H and Pt(II)-SiH 3 bonds. An ab initio MO study and analysis
based on the vibronic coupling model. Theoretical Chemistry Accounts, 1999, 102, 377-384. 1.4 16

178
Platinum-catalyzed hydrosilylation of ethylene. A theoretical study on the reaction mechanism
involving cisâ€“trans isomerization of PtH(SiH3)(PH3)2. Computational and Theoretical Chemistry, 1999,
461-462, 533-546.

1.5 27

179
Theoretical Study on Ïƒ-Bond Activation of (HO)2Bâˆ’XH3by M(PH3)2(X = C, Si, Ge, or Sn; M = Pd or Pt).
Noteworthy Contribution of the Boryl pÏ€Orbital to Mâˆ’Boryl Bonding and Activation of the Bâˆ’X
Ïƒ-Bond. Organometallics, 1999, 18, 4825-4837.

2.3 93

180
Theoretical Study of the Structure, Bonding Nature, and Reductive Elimination Reaction of
Pd(XH3)(Î·3-C3H5)(PH3) (X = C, Si, Ge, Sn). Hypervalent Behavior of Group 14 Elements. Organometallics,
1999, 18, 4015-4026.

2.3 50
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181 A Theoretical Study of the Câˆ’H Activation of Methane Derivatives. Significant Effects of
Electron-Withdrawing Substituents. Organometallics, 1998, 17, 1278-1289. 2.3 58

182 Insertion of carbon dioxide into a rhodium(III)â€“hydride bond: a theoretical studyâ€Šâ€ . Journal of the
Chemical Society Dalton Transactions, 1998, , 577-584. 1.1 23

183 Remarkably Wide Range of Bond Distance Adjustment of d9âˆ’d9Pdâˆ’Pd Interactions to Change in
Coordination Environment. Journal of the American Chemical Society, 1998, 120, 4536-4537. 13.7 65

184 Theoretical Study of Platinum(0)-Catalyzed Hydrosilylation of Ethylene. Chalkâˆ’Harrod Mechanism or
Modified Chalkâˆ’Harrod Mechanism. Organometallics, 1998, 17, 2510-2523. 2.3 157

185 Is a Transition State Planar or Nonplanar in Oxidative Additions of Câˆ’H, Siâˆ’H, Câˆ’C, and Siâˆ’C Ïƒ-Bonds to
Pt(PH3)2? A Theoretical Study. Journal of Physical Chemistry A, 1998, 102, 8027-8036. 2.5 78

186 Detection of Potential Molecular Recognition Ability in Linear Poly(methyl acylate). Chemistry Letters,
1997, 26, 113-114. 1.3 14

187 Reaction of BX2âˆ’BX2(X = H or OH) with M(PH3)2(M = Pd or Pt). A Theoretical Study of the
Characteristic Features. Inorganic Chemistry, 1997, 36, 226-229. 4.0 76

188 Oxidative addition of a Câ€“H Ïƒ bond to M(PH3)2 (Mâ€…=â€…Pd or Pt). An ab initio molecular orbital study on the
chelate phosphine effect. Journal of the Chemical Society Dalton Transactions, 1997, , 803-810. 1.1 35

189 Geometries, Bonding Nature, and Relative Stabilities of Dinuclear Palladium(I) Ï€-Allyl and
Mononuclear Palladium(II) Ï€-Allyl Complexes. A Theoretical Study. Organometallics, 1997, 16, 2995-3003. 2.3 43

190 A theoretical study of platinum-catalyzed disilylation of alkene. Journal of Organometallic Chemistry,
1997, 535, 25-28. 1.8 23

191 PtIî—¸PtI bond energy in dinuclear PtI complexes. A theoretical study. Chemical Physics Letters, 1997, 274,
543-548. 2.6 9

192 Ab Initio MO Study of the Geometry, Î·3â‡„ Î·1Conversion, and Reductive Elimination of a Palladium(II) Î·3-Allyl
Hydride Complex and Its Platinum(II) Analogue. Organometallics, 1996, 15, 1713-1720. 2.3 38

193 New Insights into Structures, Stability, and Bonding of Î¼-Allyl Ligands Coordinated with Pdâˆ’Pd and
Pdâˆ’Pt Fragments. Organometallics, 1996, 15, 2089-2097. 2.3 49

194
Photoinduced electron transfer between [Cu(dmphen)L2]+[dmphen = 2,9-dimethyl-1,10-phenanthroline,
L = PPhn(C6H4OMe-p)3 â€“n(n= 0â€“3)] and methyl viologen. Journal of the Chemical Society Dalton
Transactions, 1996, , 1909-1914.

1.1 31

195
A Theoretical Study on the Oxidative Addition of a Siâ€“HÏƒ-Bond to [MCl(CO)(PH3)2] (M = Rh or Ir).
Similarities to and Differences from [Mâ€²(PH3)2] (Mâ€² = Pd or Pt) and [RhCl(PH3)2]. Bulletin of the
Chemical Society of Japan, 1996, 69, 3047-3057.

3.2 18

196 A theoretical study on CO2 insertion into an M(bond)H bond (M = Rh and Cu). International Journal of
Quantum Chemistry, 1996, 57, 481-491. 2.0 11

197
Formation of the Oxanickelacyclopentene Complex from Nickel(0), Carbon Dioxide, and Alkyne. Anab
initioMO/SD-CI Study. Part II. Reactivity and Regioselectivity of Hydroxyacetylene. Bulletin of the
Chemical Society of Japan, 1995, 68, 1873-1882.

3.2 25

198 Ab Initio MO Study of the CO2 Insertion into the Cu(I)-R Bond (R = H, CH3, or OH). Comparison between
the CO2 Insertion and the C2H4 Insertion. Inorganic Chemistry, 1995, 34, 1914-1923. 4.0 44
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199
A Theoretical Study on the Oxidative Addition of an Si-X Bond (X = H or Si) to M(PH3)2 (M = Pd or Pt). A
Comparison of the Reactivity between Pt(PH3)2 and Pd(PH3)2. The Journal of Physical Chemistry, 1995,
99, 9933-9939.

2.9 31

200
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217
Ab initio MO study of palladium-assisted nucleophilic attack on a coordinated olefin: semiquantitative
understanding of the reaction and the mechanism of palladium acceleration. Inorganic Chemistry,
1987, 26, 2499-2505.

4.0 37

218
Successful photocatalytic reduction of methylviologen (MV2+) with [Cu(NN)(PPh3)2]+ (NN =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 707 Td (2,9-dimethyl-1,10-phenanthroline or 4,4',6,6'-tetramethyl-2,2'-bipyridine) upon near-UV-light irradiation

and a novel solvent effect on its catalytic activity. Inorganic Chemistry, 1986, 25, 2330-2333.
4.0 50

219 Ab initio MO study of nickel(0) complexes: stereochemistry of Ni(PH3)2L (L = H2CO or (CO)2) and
comparison of coordinate bonds of various ligands. Inorganic Chemistry, 1983, 22, 104-108. 4.0 34

220 Reaction paths of carbonyl insertion into the platinum(II)-methyl bond. An MO study. Journal of the
American Chemical Society, 1983, 105, 2280-2286. 13.7 48

221 Structure and coordinate bonding nature of nickel(0) and copper(I) carbon dioxide complexes. An ab
initio molecular orbital study. Inorganic Chemistry, 1982, 21, 760-765. 4.0 82

222 Bonding in Ni(PH3)2(C2H4) and Ni(PH3)2(C2H2). Ab initio SCF-MO study. Inorganic Chemistry, 1981, 20,
2292-2297. 4.0 57

223 Coordinate bonding nature and stereochemistry of platinum(0)-ethylene, -acetylene, and -carbon
disulfide complexes. The Journal of Physical Chemistry, 1980, 84, 3390-3394. 2.9 7

224
A palladium-catalyzed reaction of a .pi.-allyl ligand with a nucleophile. An MO study about a feature of
the reaction and a ligand effect on the reactivity. Journal of the American Chemical Society, 1980, 102,
4062-4069.

13.7 48

225 Electronic structures and stereochemistry of some side-on dioxygen complexes. Inorganic Chemistry,
1978, 17, 3183-3188. 4.0 27

226 HeterolyticÏƒ-Bond Activation by Transition Metal Complexes. , 0, , 265-283. 1


