CITATION REPORT
List of articles citing

Source: https://exaly.com/paper-pdf/23605794/citation-report.pdf
Version: 2024-04-09

This report has been generated based on the citations recorded by exaly.com for the above article. For
the latest version of this publication list, visit the link given above.

The third column is the impact factor (IF) of the journal, and the fourth column is the number of

citations of the article.




252

2525

2520

2321

2319

2L

ZELE)

2L

CITATION REPORT

Paper IF Citations

Understanding and Quantifying London Dispersion Effects in Organometallic Complexes.

Insights into the Nature and Evolution upon Electrochemical Cycling of Planar Defects in the
NaMnO2 Na-lon Battery Cathode: An NMR and First-Principles Density Functional Theory Approach.

Short-Range Order and Unusual Modes of Nickel Redox in a Fluorine-Substituted Disordered
Rocksalt Oxide Lithium-lon Cathode.

Porous lon Exchange Polymer Matrix for Ultrasmall Au Nanoparticle-Decorated Carbon Nanotube
Chemiresistors.

Carbodicarbene Ligand Redox Noninnocence in Highly Oxidized Chromium and Cobalt Complexes.

Probing the Axial Distortion Effect on the Magnetic Anisotropy of Octahedral Co(ll) Complexes.

Pyrazinetetracarboxamide: A Duplex Ligand for Palladium(ll).

Convenient Preparation and Detailed Analysis of a Series of NHC-Stabilized Phosphorus(l) Dyes and
Their Derivatives.

Electron Transfer and Solvent-Mediated Electronic Localization in Molecular Photocatalysis.

Investigation into the Effects of a Trigonal-Planar Ligand Field on the Electronic Properties of
Lanthanide(ll) Tris(silylamide) Complexes (Ln = Sm, Eu, Tm, Yb).

Palladium Acetate Revisited: Unusual Ring-Current Effects, One-Electron Reduction, and
MetalMetal Bonding.

Photocatalytic H2Evolution by Homogeneous Molybdenum Sulfide Clusters Supported by
Dithiocarbamate Ligands.

Triple-Pnictogen Bonding as a Tool for Supramolecular Assembly.

Quantum Mechanics/Molecular Mechanics Study of the Reaction Mechanism of Glyoxalase I.

Tricyclic Acylphloroglucinols from Hypericum lanceolatum and Regioselective Synthesis of
Selancins A and B.

Dibenzo[a,e]pentalenes with Low-Lying LUMO Energy Levels as Potential nType Materials.

Deprotonative Metalation of Methoxy-Substituted Arenes Using Lithium

2,2,6,6-Tetramethylpiperidide: Experimental and Computational Study.




2311 Laser-Limited Signatures of Quantum Coherence.

Ab Initio Simulation of pH-Sensitive Biomarkers in Magnetic Resonance Imaging.

2309 Coupled Methyl Group Rotation in FMN Radicals Revealed by Selective Deuterium Labeling.

Picolinohydrazide-Based Covalent Organic Polymer for Metal-Free Catalysis and Removal of Heavy
Metals from Wastewater.

20 Impact of Edge Oxidation State on Red-Ox Barriers during Hydrocarbon Oxydehydrogenation over
397 carbon Nanotube Catalysts: A Theoretical Study.

Adsorption of PTCDA on NaCl Surfaces with Color Centers: Charge Transfer and Formation of
Radical lons.

2305 A Nanoscopic View of Photoinduced Charge Transfer in Organic Nanocrystalline Heterojunctions.

Evolution of Magnetic Anisotropy of an Organometallic Molecule in a Mechanically Controlled
Break Junction: The Roles of Connecting Electrodes.

M11plus, a Range-Separated Hybrid Meta Functional Incorporating Nonlocal Rung-3.5 Correlation,
2393 Exhibits Broad Accuracy on Diverse Databases.

Molecular Seesaw: How Increased Hydrogen Bonding Can Hinder Excited-State Proton Transfer.

Electroabsorption Spectroscopy as a Tool for Probing Charge Transfer and State Mixing in

PR Thermally Activated Delayed Fluorescence Emitters.

Short-Range Disorder in TeO2 Melt and Glass.

as Breaking Symmetry Rules Enhance the Options for Stereoselective Propene Polymerization
29 Catalysis.

Guidelines To Select the NHeterocyclic Carbene for the Organopolymerization of Monomers with a
Polar Group.

Alternating Copolymerization of CO2 and Cyclohexene Oxide by New Pyridylamidozinc(Il)
2297 Catalysts.

Effect of the Substituent Position on the Anionic Copolymerization of Styrene Derivatives:
Experimental Results and Density Functional Theory Calculations.

2295 Gold-Catalyzed Synthesis of 1(Indol-3-yl)carbazoles: Selective 1,2-Alkyl vs 1,2-Vinyl Migration.

Organocatalytic Coupling of Bromo-Lactide with Cyclic Ethers and Carbonates to Chiral

Bromo-Diesters: NHC or Anion Catalysis?.




CITATION REPORT

2293 Liquid-Phase Modeling in Heterogeneous Catalysis.

Monometallic Catalytic Models Hosted in Stable MetalOrganic Frameworks for Tunable CO2
Photoreduction.

2291 Site-Selective Acylation of Natural Products with BINOL-Derived Phosphoric Acids.

2290 .

2289 Gliotoxin Biosynthesis: Structure, Mechanism, and Metal Promiscuity of Carboxypeptidase GliJ.

Forsterite Surfaces as Models of Interstellar Core Dust Grains: Computational Study of Carbon
Monoxide Adsorption.

Cost-Effective Quantum Mechanical Approach for Predicting Thermodynamic and Mechanical
Stability of Pure-Silica Zeolites.

Investigations into the Mechanism of Inter- and Intramolecular Iron-Catalyzed [2 + 2] Cycloaddition
of Alkenes.

3d-d Excited States of Ni(ll) Complexes Relevant to Photoredox Catalysis: Spectroscopic
Identification and Mechanistic Implications.

2283 Mimicking the Constrained Geometry of a Nitrogen-Fixation Intermediate.

Cyclic (Amino)(aryl)carbenes Enter the Field of Chromophore Ligands: Expanded System Leads to
Unusually Deep Red Emitting Cul Compounds.

Oxygen Activation by Co(ll) and a Redox Non-Innocent Ligand: Spectroscopic Characterization of a

2281 RadicalCo(ll)Superoxide Complex with Divergent Catalytic Reactivity.

Generation of Triplet Excited States via Photoinduced Electron Transfer in meso-anthra-BODIPY:
Fluorogenic Response toward Singlet Oxygen in Solution and in Vitro.

A Mononuclear, Nonheme FellPilotys Acid (PhSO2NHOH) Adduct: An Intermediate in the
2279 production of {FeNO}7/8 Complexes from Pilotys Acid.

Isolation of a Square-Planar Th(lll) Complex: Synthesis and Structure of
[Th(OC6H2tBU22,6-Me-4)4]1.

9y Homoleptic Platinum/Silver Superatoms Protected by Dithiolates: Linear Assemblies of Two and
77 Three Centered Icosahedra Isolobal to Ne2 and I3.




2275

2273

2271

2261

2259

Well-Defined Silica-Supported Tungsten(IV)Oxo Complex: Olefin Metathesis Activity, Initiation, and
Role of Bronsted Acid Sites.

Bis-4-aza[6]helicene: A Bis-helicenic 2,2-Bipyridine with Chemically Triggered Chiroptical Switching
Activity.

Modulation of Chiroptical Properties in a Series of Helicene-like Compounds.

Structural Characterization of Sulfur-Containing Water Clusters Using a Density-Functional Based
Tight-Binding Approach.

Tuning Charge Transport Properties of Asymmetric Molecular Junctions.

Rotational Cation Dynamics in Metal Halide Perovskites: Effect on Phonons and Material
Properties.

Machine Learning Protocol for Surface-Enhanced Raman Spectroscopy.

Elucidating the Nature of Interactions in Collagen Triple-Helix Wrapping.

Structurally Tunable pH-Responsive Luminescent Assemblies from Halogen Bonded
Supra--amphiphiles.

Ligand Coordination Driven by Monomer and Polymer Chain: The Intriguing Case of SalalenTi
Catalyst for Propene Polymerization.

Agqueous Zinc-lon Storage in MoS2 by Tuning the Intercalation Energy.

Synthesis, Structures, and Properties of Luminescent (CNC)gold(lll) Alkyl Complexes: Correlation
between Photoemission Energies and CH Acidity.

Synthesis and Reactivity of Reduced Diimine Nickel Complexes Relevant to Acrylic Acid Synthesis.

Direct Observation of Transmetalation from a Neutral Boronate Ester to a Pyridine(diimine) Iron
Alkoxide.

Aryl Insertion vs ArylAryl Coupling in C,C-Chelated Organoborates: The Missing Link of
Tetraarylborate Photochemistry.

Chameleon-Like Activating Nature of the Spirooxindole Group in DonorAcceptor Cyclopropanes.

Dynamic Kinetic Resolution of NProtected Amino Acid Esters via Phase-Transfer Catalytic Base

Hydrolysis.




CITATION REPORT

as [OSSO]-Type Iron(lll) Complexes for the Low-Pressure Reaction of Carbon Dioxide with Epoxides:
57 Catalytic Activity, Reaction Kinetics, and Computational Study.

CO2Catalyzed Efficient Dehydrogenation of Amines with Detailed Mechanistic and Kinetic Studies.

2255 Nickel-Catalyzed Heteroarenes Cross Coupling via Tandem CH/CO Activation.

Remote, Diastereoselective Cobalt-Catalyzed Alkene IsomerizationHydroboration: Access to
Stereodefined 1,3-Difunctionalized Indanes.

9y Regiospecificity in Ligand-Free Pd-Catalyzed CH Arylation of Indoles: LIHMDS as Base and Transient
53 Directing Group.

Superexchange Charge Transport in Loaded Metal Organic Frameworks.

2251 An OrganocobaltCarbon Nanotube Chemiresistive Carbon Monoxide Detector.

Mechanistic Consequences of Chelate Ligand Stabilization on Nitrogen Fixation by
YandulovSchrock-Type Complexes.

Three-Component Interrupted Radical Heck/Allylic Substitution Cascade Involving Unactivated
2249 Alkyl Bromides.

Putting a New Spin on Supramolecular Metallacycles: Co3 Triangle and Co4 Square Bearing
Tetrazine-Based Radicals as Bridges.

9y Energetics and Dynamics of Proton-Coupled Electron Transfer in the NADH/FMN Site of
47 Respiratory Complex .

Triphenylene-Bridged Trinuclear Complexes of Cu: Models for Spin Interactions in Two-Dimensional
2245 Electrically Conductive MetalOrganic FrameworksAuthor: Abbreviations are not permitted in the
titles of JACS papers, so MOFs was spelled out in full..

Three-Component Ruthenium-Catalyzed Direct Meta-Selective CH Activation of Arenes: A New
2243 Approach to the Alkylarylation of Alkenes.

Cobalt-Catalyzed Borylation of Fluorinated Arenes: Thermodynamic Control of C(sp2)H Oxidative
Addition Results in ortho-to-Fluorine Selectivity.

Incorporation of Crlil into a Keggin Polyoxometalate as a Chemical Strategy to Stabilize a Labile

2241 {CrlllO4} Tetrahedral Conformation and Promote Unattended Single-lon Magnet Properties.

Reversible Photoreduction as a Trigger for Photoresponsive Gels.




(1993

2239 |dentifying the Distribution of Al3+ in LiNi0.8C00.15A10.0502.

Charge Transport through a Single Molecule of trans-1-bis-Diazofluorene [60]fullerene.

Photocatalytic Hydrogen Evolution from Water Using Fluorene and Dibenzothiophene
2237 Sulfone-Conjugated Microporous and Linear Polymers.

Dynamics of Humic Acid and Its Interaction with Uranyl in the Presence of Hydrophobic Surface
Implicated by Molecular Dynamics Simulations.

Photoinduced Reductive Elimination of H2 from the Nitrogenase Dihydride (Janus) State Involves a
2235 FeMo-cofactorH2 Intermediate.

Electrocatalytic Reduction of CO2 to Formate by an Iron Schiff Base Complex.

2233 Synthesis and Electronic Structure Diversity of Pyridine(diimine)iron Tetrazene Complexes.

Redox-Active Metallodithiolene Groups Separated by Insulating Tetraphosphinobenzene Spacers.

2231 Synthesis of Heteroleptic Phosphorus(l) Cations by P+ Transfer.

Structure and Properties of a Five-Coordinate Nickel(ll) Porphyrin.

2229 Abinitio 13C NMR shifts of several C84 isomers. 1993, 210, 165-169 31

[AltBu]: EPR Spectroscopic Evidence and Ab Initio Calculations. 1993, 32, 1428-1430

2227 [AltBu]: ESR-spektroskopischer Nachweis und ab-initio-Rechnungen. 1993, 105, 1491-1493 17

Semidirect MP2 gradient evaluation on workstation computers: The MPGRAD program. 1993, 14, 907-912

2225 Parallel direct SCF and gradient program for workstation clusters. 1993, 14, 1142-1148 89

Double and quadruple zeta contracted Gaussian basis sets for hydrogen through neon. 1993, 48, 343-354

Structure, stabilization energies and chemical shifts of the cyclobutenyl cation. Does it have

Bromaticlhomocyclopropenium ion character? An ab initio study. 1993, 6, 445-464 28

2223

Anab initio investigation of Cu2Se and Cu4Se2. 1993, 87, 29-40




CITATION REPORT

Electron spin resonance investigation of Sc+2 in neon matrices and assignment of its ground
2221 electronic state as X 4l0Comparison with theoretical calculations. Journal of Chemical Physics, 39 28
1993, 99, 7376-7383

Effects of electron correlation in the calculation of nuclear magnetic resonance chemical shifts.
Journal of Chemical Physics, 1993, 99, 3629-3643

HartreeBock and second-order Mo/llerPlesset perturbation theory calculations of the 31P

2219 nuclear magnetic resonance shielding tensor in PH3. Journal of Chemical Physics, 1993, 99, 7819-7824

(V]

L2 19

Paramagnetism of closed shell diatomic hydrides with six valence electrons. Journal of Chemical
Physics, 1993, 98, 9748-9757

Interaction of an aluminum atom with an alkaline earth atom: Spectroscopic and ab initio

2217 investigations of AlCa. Journal of Chemical Physics, 1994, 101, 5441-5453 39 13

Dodecahedral and smaller arsenic clusters: Asn, n=2, 4, 12, 20. Journal of Chemical Physics, 1994,
101, 2261-2266

2215 Al3H stable and transition state structures. Journal of Chemical Physics, 1994, 101, 10746-10752 39 6

Zur Bildung und Struktur der Phosphinophosphiniden-phosphorane tBu2P?P?P(Me)tBu?2 1,
tBu(Me3Si)P?P?P(Me)tBu2 2 und tBu2P?P?P(Br)tBu2 3. 1994, 620, 2033-2040

2213 Is dodecahedral P20 special?. 1994, 88, 29-33 19

Basis set and correlation effects in the calculation of selenium NMR shieldings. 1994, 225, 280-284

Ab initio calculations of the structure and properties of disiloxane. The effect of electron

2211 orrelation and basis set extension. 1994, 226, 405-412 48

Bis(eb-dicarbollide)aluminum: Ab initio investigation of structure and NMR spectra. 1994, 226, 491-494

2209 Can (semi)local density functional theory account for the London dispersion forces?. 1994, 229, 175-180 888

GIAO-MBPT(3) and GIAO-SDQ-MBPT(4) calculations of nuclear magnetic shielding constants. 1994,
229, 198-203

The structures of LINC, NaNC, and KNC: Potential energy surface for the orbiting motion of the

2207 metal cation around the CN group. 1994, 15, 322-332

MRD-CI studies of vertical excitation energies of unsaturated hydrocarbon molecules. 1994, 15, 424-432

2205 [P4(Cp*Al)6]: eine Verbindung mit ungewl Bnlicher P4Al6-KO Figstruktur. 1994, 106, 225-227 38

Erzeugung des Allyl-Kations in supersaurer Tieftemperatur-Matrix. 1994, 106, 470-473




(1995-1994)

1(9)-Homocuben und 9-Homocubyliden: theoretische Untersuchung zu Strukturen, Energien und
Umlagerungsreaktionen. 1994, 106, 682-684 4

Donorstabilisiertes Aluminium(l)-bromid. 1994, 106, 1860-1861

2201 Nichtklassische 1,2-Diboretane und 1,2-Diborolane. 1994, 106, 2391-2394 9

Theoretical study of the circular dichroism and VUV spectra of trans-2,3-dimethyloxirane. 1994,
179, 385-394

2199 Contracted gaussian basis sets for sodium through to argon. 1994, 306, 249-260 25

A Blow-coolingMonte Carlo conformational space study of 18-crown-6 and its alkali metal cation
complexes. 1994, 308, 125-140

2197 Ab initio Hartree- Fock calculations of the interaction energy of bimolecular complexes. 1994, 307, 239-259  §

Excess-electron alkali halide clusters Kn+1Cln and Lin+1Fn: A theoretical study. Journal of Chemical
Physics, 1994, 101, 5977-5986

L Fully optimized contracted Gaussian basis sets of triple zeta valence quality for atoms Li to Kr. 6
2195 Journal of Chemical Physics, 1994, 100, 5829-5835 39 724

Properties of size and composition selected gas phase alkali fulleride clusters. Journal of Chemical
Physics, 1994, 100, 5684-5695

2193 Methylsilylhydroxylamines: preparative, spectroscopic and ab initio studies. 1994, 2503-2508 9

An ab initio investigation of structure and energetics of clusters KnCln and LinFn. 1994, 98, 34-47

Rechnungen sprechen fllBdie Existenz von Culll-Zwischenstufen in Additions- und

2191 gubstitutionsreaktionen mit Dialkylcupraten. 1995, 107, 492-494 17

Heterobicyclo[1.1.1]pentane mit zwei Boratomen als Elektronenmangelzentren. 1995, 107, 728-731

Darstellung, Struktur und ReaktivitOBvon 1,3,4-Triphenyl-4,5-dihydro-1H-1,2,4-triazol-5-yliden,

2189 einem neuen stabilen Carben. 1995, 107, 1119-1122

Heteroatom-Substituted Bicyclo[1.1.1]pentanes with Two Boron Atoms as Electron-Deficient
Centers. 1995, 34, 657-660

The electron correlation contribution to the nuclear magnetic shielding tensor of the hydrogen

2187 molecule. 1995, 243, 264-268 27

Ab initio theoretical study of the electronic absorption spectra of polycyclic aromatic hydrocarbon

radical cations of naphthalene, anthracene and phenanthrene. 1995, 245, 455-462




CITATION REPORT

Transition metal monocarbonyls in the first excited electronic state. A hybrid density functional

2185 (tudy. 1995, 246, 463-468 15

Note on the choice of basis set in density functional theory calculations for electronic structures of
molecules (test on the atoms from the first three rows of the periodic table (2 ? N? Z ? 18), water,
ammonia and pyrrole). 1995, 247, 101-111

The solvent shift in the excitation of CH20 ¢nH20: An MRD-Cl investigation using effective

2183 potentials for the representation of the water molecules. 1995, 199, 145-153 9

Ab initio molecular dynamics simulations of the Li4F4 cluster. 1995, 35, 279-283

2181 Covalent Structures of Phosphorus: A Comprehensive Theoretical Study. 1995, 621, 258-286 103

[Mg3ClI5(EE20)6]+: Darstellung, Strukturbestimmung und ab-initio-Untersuchungen. 1995, 621, 1582-1588

Molecular dynamics simulations of alcohol dehydrogenase with a four- or five-coordinate catalytic

2179 zinc ion. 1995, 21, 40-56 1ot

Theoretical studies of organonickel compounds. I. A density functional and ab initio HF study. 1995,
56, 575-587

2177 Adensity functional study of chemical reactions. 1995, 56, 733-746 27

On the convergence of MBPT and CC nuclear magnetic shielding constants of BH toward the full Cl
limit. 1995, 56, 437-442

2175 On the role of Glu-68 in alcohol dehydrogenase. 1995, 4, 1124-32 73

Absolute photoabsorption of BrCN in the valence shell and the bromine M, carbon K and nitrogen K
shell regions (5850 eV). 1995, 201, 505-524

; Computational study of the highly efficient conversion of methane to methanol with mercury (Il)
2173 catalysts. 1995, 23, 333-339 7

A density functional study on the shape of C180 and C240 fullerenes. 1995, 247, 491-493

2171 Preliminary density Functional calculations on the formic acid dimer. 1995, 19, 181-187 12

Dynamic charge states and energy deposition of swift helium ions in neon. 1995, 96, 633-638

Numerical multiconfigurational HartreeBock calculations of spin and charge densities using the

2169 HillerBucherBeinberg operator identity. Journal of Chemical Physics, 1995, 102, 4895-4903 39 7

Gauge-invariant calculation of nuclear magnetic shielding constants at the coupledBluster singles

and doubles level. Journal of Chemical Physics, 1995, 102, 251-253 39

10



(1996-1995)

A hybrid density functional study of the first-row transition-metal monocarbonyls. Journal of

2167 chemical Physics, 1995, 103, 10605-10613 39 96

Coupled-cluster calculations of nuclear magnetic resonance chemical shifts. Journal of Chemical
Physics, 1995, 103, 3561-3577

An ab initio investigation of structure and energetics of clusters MgnCl2n. Journal of Chemical

2165 physics, 1995, 102, 7557-7563 39

11

An extended basis set ab initio study of alkali metal cationWater clusters. Journal of Chemical
Physics, 1995, 103, 3526-3542

An ab initio investigation of the charge-transfer complexes of alkali atoms with oligo (B
2163 thiophenes and oligoparaphenylenes: A model calculation on polaronic and bipolaronic defect 3.9 44
structures. Journal of Chemical Physics, 1995, 103, 1508-1522

Equation of motion coupled cluster method for electron attachment. Journal of Chemical Physics,
1995, 102, 3629-3647

Calculated properties of P2, P4, and of closed-shell clusters up to P18. Journal of Chemical Physics,

2161 1995 102, 3703-3711 39 8

An ab initio treatment of the electronic absorption spectra of excess-electron alkali halide clusters
Nan+1Cln up to Na18Cl17. Journal of Chemical Physics, 1995, 103, 7401-7407

2159 Efficient molecular numerical integration schemes. Journal of Chemical Physics, 1995, 102, 346-354 39 2078

A relativistic KohnBham density functional procedure by means of direct perturbation theory. Il.
Application to the molecular structure and bond dissociation energies of transition metal carbonyls
and related complexes. Journal of Chemical Physics, 1996, 105, 5485-5493

A comparison of models for calculating nuclear magnetic resonance shielding tensors. Journal of 3
2157 chemical Physics, 1996, 104, 5497-5509 39 1842

Density Functional Calculations on WH6 and WF6. 1996, 100, 19818-19823

29Si NMR Chemical Shifts of Silicate Species: Ab Initio Study of Environment and Structure Effects.
2155 1996, 118, 13015-13020 77

Comparison of NMR Shieldings Calculated from HartreeBock and Density Functional Wave
Functions Using Gauge-Including Atomic Orbitals. 1996, 100, 6310-6316

Zwitterionic BSi-Organofluorosilicates of the Formula Types F4SiCH2NMe2R and
2153 F3MeSiCH2NMe?2R (R = H, Me) and Related Compounds: Synthesis, Structure, and Dynamic 32
Behavior. 1996, 15, 2060-2077

Coordination, Structure, and Vibrational Spectra of Titanium in Silicates and Zeolites in Comparison
with Related Molecules. An ab Initio Study. 1996, 100, 5025-5034

2151 Aromaticity in Silole Dianions: Structural, Energetic, and Magnetic Aspects. 1996, 15, 1755-1757 124

Atomistic Modeling of Amorphous Polymer Bulk Based on an ab Initio Optimized Force Field. 1996,

29,4051-4059

11



CITATION REPORT

Theoretical Bond and Strain Energies of Molecules Derived from Properties of the Charge Density

2149 3t Bond Critical Points. 1996, 118, 1529-1534 82

13C Chemical Shift Tensor of the Isopropyl Cation. 1996, 118, 4202-4203

L Intermediates and Transition Structures of the Benzannulation of Heteroatom-Stabilized
2147 Chromium Carbene Complexes with Ethyne: A Density Functional Study. 1996, 118, 10551-10560 /2

Synthesis and Structural Studies of Subicosahedral Adjacent-Carbon Carboranes. 1996, 118, 11423-11433

1 Quantum-Chemical Study of the Structure, Aggregation, and NMR Shifts of the Lithium Ester L
45> Enolate of Methyl Isobutyrate. 1996, 118, 8897-8903 3

Existence of C,3-Me2-closo-1,2-C2B3H3 Refuted by the Ab Initio/IGLO, GIAO-MP2/NMR Method.
Attempted Repetition of the Synthesis. 1996, 35, 6170-6178

; Zirconium-91 Chemical Shifts and Line Widths as Indicators of Coordination Geometry Distortions
2143 in Zirconocene Complexesl 1996, 15, 778-785 49

B-Aromaticity of Substituted 1H-Phosphirenium Cations and Substituted Silacyclopropenesl] 1996
,61,5840-5846

Characterization of Electronic Structure in Molecules by One-Center Expansion Techniques. No

2141 Three-Center Four-Electron Bond in PF5. 1996, 118, 7311-7325

Response Function Basis Sets: Application to Density Functional Calculations. 1996, 100, 6231-6235

Perturbation-dependent atomic orbitals for the calculation of spin-rotation constants and

2139 rotational g tensors. Journal of Chemical Physics, 1996, 105, 2804-2812 39 182

The cupric geometry of blue copper proteins is not strained. 1996, 261, 586-96

1 Correlation between the Vibrational Frequencies of the Carboxylate Group and the Types of Its 6
37 Coordination to a Metal lon:0Anab InitioMolecular Orbital Study. 1996, 100, 19812-19817 365

Spin and charge distribution in hexaperylene hexafluorophosphate, (C20H12)6PF6. 1996, 82, 53-58

L 13CH3C SpinBpin Coupling Tensors in Benzene As Determined Experimentally by Liquid Crystal
2135 NMRand Theoretically by ab Initio Calculations. 1996, 118, 8879-8886 54

Quantum Chemical Investigations of the Thermal and Photoinduced Proton-Transfer Reactions of
2-(2[4EDinitrobenzyl)pyridine. 1996, 100, 16187-16194

Structure of the Transition States and Intermediates Formed in the Water-Exchange of Metal

2133 Hexaaqua lons of the First Transition Series. 1996, 118, 6760-6766 124

Trihalomethyl Cations and Their Superelectrophilic Activation1. 1996, 118, 1446-1451

12



(1996-1996)

Structural, Spectroscopic, and Theoretical Characterization of Bis(Ebxo)dicopper Complexes, Novel 2s
Intermediates in Copper-Mediated Dioxygen Activation. 1996, 118, 11555-11574 4
Ab Initio Study of the Interaction of Guanine and Adenine with Various Mono- and Bivalent Metal

Cations (Li+, Na+, K+, Rb+, Cs+; Cu+, Ag+, Au+; Mg2+, Ca2+, Sr2+, Ba2+; Zn2+, Cd2+, and Hg2+). 1996

, 100, 7250-7255

Stability analysis for solutions of the closed shell KohnBham equation. Journal of Chemical Physics, ;
1996, 104, 9047-9052 39 70

X-Ray and quantum chemical studies of strained phenanthrenes. 1996, 2771-2774

Ab Initio Characterization of the Isomerism between the f2:k2-Peroxo- and Bis(Ebxo)dicopper

2127 Cores. 1996, 118, 11283-11287 90

SCF-MO computational analysis of the geometric conformation and charge distribution in picric
acid and alkali picrate salts. 1996, 74, 70-78

2125 Polarizabilities of Oxazoles:lAb Initio Calculations and Simple Models. 1996, 100, 8752-8757 37

The structure and binding energy of K+Bther complexes: A comparison of MP2, RI-MP2, and
density functional methods. Journal of Chemical Physics, 1996, 105, 1940-1950

Extraction and Chromatographic Elution Behavior of Endohedral Metallofullerenes:linferences

2123 Regarding Effective Dipole Moments. 1996, 100, 725-729 58

A comparative study of the energetics, structures, and mechanisms of the HCN <-> HNC and
LiCN <-> LiNC isomerizations. 1996, 74, 1072-1077

2121 A systematic density Functional study of fluorination in methane, ethane and ethylene. 1996, 89, 211-237 34

Calculation of nuclear magnetic shieldings. X. Relativistic effects. Journal of Chemical Physics, 1996,
105, 3175-3186

2119 Why Are (MgO)n Clusters and Crystalline MgO So Reactive?. 1996, 100, 8023-8030 25

An ab initio study of the vibrational spectra of Li-doped thiophene, bithiophene, benzene and
biphenyl as model systems for (bi)polaronic defects. 1996, 364, 15-31

Accurate atomic Gaussian basis functions for first-row atoms. Part 1. Contracted basis sets derived

2117 from 9s5p primitives. 1996, 362, 283-296

Ab initio calculations of the properties of simple alkali and alkaline earth organometallics. 1996,
364, 107-119

SOS-DFPT-IGLO calculations of 59Co NMR shielding parameters of hexacoordinated diamagnetic

2115 Co(lll) complexes. 1996, 365, 125-130 13

Polarizabilities of purine, allopurinol, hypoxanthine, xanthine and alloxanthine. 1996, 366, 185-193

L



CITATION REPORT

Theoretical estimates of the rotational g-factor, magnetizability and electric dipole moment of

2113 GaH. 1996, 260, 271-279 30

The Chemistry of Stable Carbenes. Part 2. Benzoin-type condensations of formaldehyde catalyzed
by stable carbenes. 1996, 79, 61-83

2111 Aluminium(l)- und Gallium(l)- Verbindungen: Synthesen, Strukturen und Reaktionen. 1996, 108, 141-161 152

LiCHCI2 <3 Pyridin, Struktur eines Carbenoids mit tetraedrischem C-Atom im Kristall. 1996, 108, 1639-1640

2109 Bildung von enantiomerenreinen FllBsigkristallen aus axial-chiralen Biphenylen. 1996, 108, 1640-1642 5

1, 2-Diboretanide: homoaromatische 2fElektronen-Verbindungen mit hohen Inversionsbarrieren.
1996, 108, 2123-2125

2107 Komplexe mit Phosphor und Arsen als terminalen Liganden. 1996, 108, 2637-2641 39

The inclusion of correlation in the calculation of phosphorus NMR chemical shieldings. 1996, 7, 307-312

Comparison of convetional and hybrid density functional approaches. Cationic hydrides of first-row

2105 transition metals as a case study. 1996, 249, 290-296 40

Anisotropy of the 1H and 13C shielding tensors in chloroform. 1996, 253, 340-348

2103 On the nature of the cobalt-nitrogen bond in the CON+2 complex. A theoretical study. 1996, 254, 314-320

Optimized molecular integration schemes for density functional theory ab initio molecular
dynamics simulations. 1996, 255, 187-194

2101 Hypermetallation is ubiquitous: MX6 molecules (M?C?Pb, X?Li?K). 1996, 255, 363-366 37

Treatment of electronic excitations within the adiabatic approximation of time dependent density
functional theory. 1996, 256, 454-464

Lithium- and chlorine-doped biphenyl dimers as models for interchain polarons and bipolarons [a L
2099 density functional study. 1996, 257, 592-600 3

Density functional calculations with configuration interaction for the excited states of molecules.
1996, 259, 128-137

A direct implementation of the GIAO-MBPT(2) method for calculating NMR chemical shifts.

2097 Application to the naphthalenium and anthracenium ions. 1996, 260, 639-646 100

13C NMR spectroscopy of methane adsorbed in SAPO-11 molecular sieve. 1996, 261, 425-430

14



(1996-1996)

CCSD(T) calculation of NMR chemical shifts: consistency of calculated and measured 13C chemical
shifts in the 1-cyclopropylcyclopropylidenemethyl cation. 1996, 262, 183-186 45

Zintl Anions as Starting Compounds for the Synthesis of Polynuclear Transition Metal Complexes.
1996, 2, 238-244

2093 Oxygen and Nitrogen in Competitive Situations: Which is the Hydrogen-Bond Acceptor?. 1996, 2, 1509-1513 87

Theoretical study of the structures and racemization barriers of [n]helicenes (n = 3B, 8). 1996, 204, 411-417

2091 The structure of Li7land K7(11996, 206, 35-42 7

Alkali carbonates: Raman spectroscopy, ab initio calculations, and structure. 1996, 382, 163-169

2089 The use of locally dense basis sets in correlated NMR chemical shielding calculations. 1996, 213, 153-158 60

The coordination chemistry of the structural zinc ion in alcohol dehydrogenase studied by ab initio
quantum chemical calculations. 1996, 24, 213

2087 Modelling pKa of Carboxylic Acids and Chlorinated Phenols. 1996, 15, 121-132 46

Structure and electronic properties of quinizarin chemisorbed on alumina. Journal of Chemical
Physics, 1996, 104, 8143-8150

Structure and spectra of the thioketenyl (HCCS) radical in its ground and first excited states

obtained by ab initio coupled-cluster methods. Journal of Chemical Physics, 1996, 105, 2735-2743 39 26

2085

Adsorption of water and methanol on zeolite Bro/nsted acid sites: An ab initio, embedded cluster
study including electron correlation. Journal of Chemical Physics, 1996, 105, 3770-3776

Calculation of nuclear magnetic shieldings. XI. Vibrational motion effects. Journal of Chemical

2083 physics, 1996, 105, 4692-4699 39 27

Electron correlation effects on the theoretical calculation of nuclear magnetic resonance spinEpin
coupling constants. Journal of Chemical Physics, 1996, 104, 3290-3305

Rovibrationally averaged nuclear magnetic shielding tensors calculated at the coupled-cluster

2081 level. Journal of Chemical Physics, 1996, 105, 11051-11059 39 153

Perturbative treatment of triple excitations in coupled-cluster calculations of nuclear magnetic
shielding constants. Journal of Chemical Physics, 1996, 104, 2574-2583

2079 The molecular structure of ferrocene. Journal of Chemical Physics, 1996, 104, 9528-9530 3.9 92

Interaction of Water with BrlI psted Acidic Sites of Zeolite Catalysts. Ab Initio Study of 1:1 and 2:1

Surface Complexes. 1996, 100, 6199-6211

1y



2077

2075

2073

2071

2069

2067

2065

2063

2061

CITATION REPORT

First-order one-electron properties in the integral-direct coupled cluster singles and doubles

model. Journal of Chemical Physics, 1997, 107, 849-866 39 17

Crossed-beam reaction of carbon atoms with hydrocarbon molecules. lll: Chemical dynamics of
propynylidyne (I-C3H;X 2[j) and cyclopropynylidyne (c-C3H;X 2B2) formation from reaction of
C(3Pj) with acetylene, C2H2(X 1G+). Journal of Chemical Physics, 1997, 106, 1729-1741

Combined ab initio and density functional study on polaron to bipolaron transitions in oligophenyls
and oligothiophenes. Journal of Chemical Physics, 1997, 107, 3021-3031 39 49

A coupled-cluster ab initio study of triplet C3H2 and the neutralBeutral reaction to interstellar
C3H. Journal of Chemical Physics, 1997, 106, 4141-4151

Energy Deposition of Swift Alphas in Neon: An Electron Nuclear Dynamics Study. 1997, 28, 107-118 3

Theoretical Study of the Electronic Spectrum of Plastocyanin. 1997, 119, 218-226

Isotope and temperature effects on nuclear magnetic shieldings and spin-rotation constants
calculated at the coupled-cluster level. 1997, 92, 1007-1014 45

Ab initio study and millimeter-wave spectroscopy of P20. Journal of Chemical Physics, 1997, 107, 8317-8326

Benzenium lon Chemistry on Solid Metal Halide Superacids:lin Situ13C NMR Experiments and L
Theoretical Calculations. 1997, 119, 406-414 3

Carbon-13 Chemical Shift Tensors for Acylium lons: A Combined Solid State NMR and Ab Initio
Molecular Orbital Study. 1997, 119, 396-405

Thermal and Magnetic Properties of Coronene and Related Molecules. 1997, 101,9176-9179 53

Hydration and Water Exchange of Zinc(ll) lons. Application of Density Functional Theory. 1997, 119, 7843-7850158

Isomers of P252. 1997, 101, 201-207 6

Structures and Energetics of Vn(C6H6)m+ Clusters: Evidence for a Quintuple-Decker Sandwich.
1997, 101, 8207-8213

Structure and Photoelectron Spectrum of Tetramethyldiarsane. 1997, 119, 11926-11932 6

An ab initio study of vibrational corrections to the electrical properties of the second-row hydrides.
1997, 90, 251-264

NMR Chemical Shifts of [emaillprotected]28. How Shielded Can 91Zr Get?. 1997, 101, 2514-2517 11

Study of the P(4)O(7), P(4)O(6)S, and P(4)O(6)Se Vibrational Spectra. 1997, 36, 2451-2457

16



(1997-1997)

Theoretical Studies on the Addition of Polymetallic Lithium Organocuprate Clusters to Acetylene.

2059 Cooperative Effects of Metals in a Trap-and-Bite Reaction Pathway. 1997, 119, 4887-4899 66

Predicting Absolute and Site Specific Acidities for Zeolite Catalysts by a Combined Quantum
Mechanics/Interatomic Potential Function Approachl] 1997, 101, 10035-10050

Extension of Gaussian-2 (G2) theory to molecules containing third-row atoms K and Ca. Journal of
2957 Chemical Physics, 1997, 107, 5016-5021 39 712

Theoretical Study of Cation/Ether Complexes: The Alkali Metals and Dimethyl Ether. 1997, 101, 6125-6131

Molecular Structures and Conformations of PolyphosphazenesA Study Based on Density Functional 3
2055 calculations of Oligomers. 1997, 119, 3611-3618 5

Mechanism of Water Exchange for the Di- and Trivalent Metal Hexaaqua lons of the First Transition
Series. 1997, 119, 5230-5238

Toward the Prediction of Magnetic Coupling in Molecular Systems: Hydroxo- and Alkoxo-Bridged
2053 cy(1l) Binuclear Complexes. 1997, 119, 1297-1303 773

Isotope and temperature effects on the 13C and 77Se nuclear shielding in carbon diselenide.
Journal of Chemical Physics, 1997, 107, 1350-1361

VIBRATION-ROTATION SPECTRA OF REACTIVE MOLECULES: INTERPLAY OF AB INITIO
2051 CALCULATIONS AND HIGH-RESOLUTION EXPERIMENTAL STUDIES. 1997, 56-115 3
Density Functional Study of the Electronic Structures of [Co(NH3)5X](3+n)+ Complexes. Insight into
the Role of the 3d and 4s Orbitals in Metallligand Interactions. 1997, 101, 4196-4201

2049 Ab Initio Characterization of [H3N‘BH3]2, [H3N‘AlH3]2, and [H3NGaH3]2. 1997, 36, 5358-5362 78

Coordination Chemistry and Mechanisms of Metal-Catalyzed CC-Coupling Reactions. 10.[Ligand
Dissociation in Rhodium-Catalyzed Hydroformylation: A Theoretical Study1997, 16, 701-708

0 Magnetic shielding surface in molecules. Neutron as a probe in the hypothetical magnetic 5
47 resonance spectroscopy. Journal of Chemical Physics, 1997, 106, 6061-6067 39 4

Coupled-cluster calculations of spin-rotation constants. 1997, 91, 449-458

Structural Modeling and Magneto-Structural Correlations for Hydroxo-Bridged Copper(ll) Binuclear 6
2945 Complexes. 1997, 36, 3683-3688 34

Mn+(H2)n and Zn+(H2)n Clusters: Influence of 3d and 4s Orbitals on Metallligand Bonding. 1997,
101, 2809-2816

2043 On the calculation of hydrogen NMR chemical shielding. 1997, 214, 73-79 47

Immediate estimation of correlation energy for molecular systems from the partial charges on

atoms in the molecule. 1997, 224, 33-51

L7



CITATION REPORT

2041 Electron densities and pEAO occupancies in Ebonded systems. 1997, 389, 117-128 1

An MP2 and density functional study of the oxides of nitrogen. 1997, 391, 231-240

A comparative study of the calculation of 59Co NMR shielding constants of hexacoordinated

2039 diamagnetic Co(lll) complexes using DFT-IGLO and DFT-GIAO methods. 1997, 393, 93-96 12

Electron correlation effects on the calculated 13C NMR spectra of vinyl cations. 1997, 398-399, 73-80

2037 Bond and atomization energies of C60 and C70 fullerenes. 1997, 398-399, 301-305 5

Molecular HartreeBock model of calcium carbonate. 1997, 419, 173-184

Repulsive interatomic potentials calculated using Hartree-Fock and density-functional theory

2035 methods. 1997, 132, 45-54 121

Ab initio calculation of the NMR shielding and indirect spin-spin coupling constants of
fluoroethylene. 1997, 91, 881-890

2033 Abinitio predictions of zeolite structures and 29Si NMR chemical shifts. 1997, 9, 155-64 42

Scaled quantum mechanical and experimental vibrational spectra of magnesium and zinc
porphyrins. 1997, 53, 1195-1209

2031 Cr+(H2)n clusters: Asymmetric bonding from a symmetric ion. 1997, 160, 17-37 46

Experimental and theoretical investigations of the X-ray absorption near edge spectra (XANES) of
P406 and P406X (X? O, S, Se). 1997, 221, 189-198

Singlet and triplet excited states of a pyramidalized alkene: Electron-energy-loss spectra,
2029 photoelectron spectra, and calculations of the excited states of tricyclo[3.3.3.03,7]undec-3(7)-ene. 8
1997, 225, 153-161

Theoretical and experimental investigations of the electronic circular dichroism and absorption
spectra of bicyclic ketones. 1997, 224, 143-155

Ab initio NMR chemical shieldings in the neutral and charged 7-phosphabicyclo[2.2.1]heptane,
2027 -heptene, and -heptadiene systems; the largest predicted downfield shift for a conventional 7
organophosphorus molecule. 1997, 224, 133-141

Thia- und Selena-arachno-undecaboran 6,7-E(CH3E)B10H13 Kristallstruktur von

arachno-6,7-H{CH3Se)B10H13 Theoretische Untersuchungen der MolekD trukturen und
11B-NMR-Verschiebungen von arachno-6,7-f(CH3E)B10H13. 1997, 623, 1157-1162

2025 Theory and calculation of nuclear shielding constants. 1997, 31, 317-342 52

Ab initio coupled-cluster study of 2l radicals in ground and excited states: application to NCO and

NCS. 1997, 410-411, 305-309

18



(1997-1997)

2023 An ab initio characterization of diphosphorus trisulfide, P2S3. 1997, 413-414, 495-500

Structural, spectroscopic and electronic properties of hydrogen-bonded water molecules in
crystals. Ab initio calculations and experimental data of MC12+n(H,D)20, M = Sr or Ba. 1997,
436-437,233-245

2021 Synthese und Struktur von sowie Bindungsverhl[Enisse in [(HgPtBu)4]3. 1997, 109, 243-245 2

Reduktion von Dicarbapentaboranen(5) zu 1,2-Diborata-4-boracyclopentadienen: antiaromatische
Verbindungen mit 4tElektronensystem. 1997, 109, 879-882

Durch benachbarte B-B-Bindungen stabilisierte Carben-Analoga von Bor: doppelaromatische

2019 Bishomotriboriranide. 1997, 109, 1567-1569

22

A Square As4 and a Prismatic As6 Structure as Complex Ligands. 1997, 3, 1494-1498

Combining ab initio techniques with analytical potential functions for structure predictions of large

systems: Method and application to crystalline silica polymorphs. 1997, 18, 463-477 160

2017

Molecular energies and properties from density functional theory: Exploring basis set dependence
of KohnBham equation using several density functionals. 1997, 18, 775-795

First-row transition-metal hydrides: A challenging playground for new theoretical approaches. 1997

.61, 443-451 6o

2015

13C carbonyl chemical shielding tensors: Comparing SCF, MBPT (2), and DFT predictions to
experiment. 1997, 63, 875-894

2013 Relativistic multiconfiguration HartreeBFock by means of direct perturbation theory. 1997, 65, 151-158 2

Transannular interactions in S82+ and Se82+: Reality or artifact?. 1997, 65, 609-616

2011 High Resolution Infrared Studies and Quantum-Chemical Calculations on MnO3F. 1997, 183, 139-150 4

Calculation of excitation energies within time-dependent density functional theory using auxiliary
basis set expansions. 1997, 264, 573-578

2009 Formic acid tetramers: structure isomers in the gas phase. 1997, 267, 111-115 26

Comment on: The B infrared spectrum of the He?NH4+ complex[11997, 270, 245-251

A reformulation of the coupled perturbed self-consistent field equations entirely within a local

2007 atomic orbital density matrix-based scheme. 1997, 270, 399-405

104

Experimental and theoretical study of the dipole polarizability of ferrocene Fe(C5H5)2. 1997, 272, 328-334

19



CITATION REPORT

Electron-transfer reactivity in the activation of organic fluorides by bare metal monocations. 1997,

2005 573, 164-170 23

Computational study of the spectroscopic constants of the ground state of the As2 molecule. 1997,
274,264-268

2003 Interaction energies and NMR chemical shifts of noble gases in C60. 1997, 275, 14-18 78

Electron-transfer reactivity in the activation of organic fluorides by bare metal monocations. 1997,
278, 391-397

2001 Computational study of the (CH3Zn)2B3H7 and CH3ZnBH4 dimers. 1997, 280, 273-279 1

Theoretical investigations of the influence of phosphine ligands on the structure of the compounds
[Cu12S6(PR3)8]. 1998, 284, 287-292

L Stabilization of phosphinidenes by metal complexation: A theoretical study of Cr(CO)5BH. 1998,
999 285, 429-437 24

Theoretical study of the radiationless decay channels of triplet state norbornene. 1998, 287, 601-607

1997 Cadmium selenide semiconductor nanocrystals: a theoretical study. 1998, 288, 235-242 98

A CASSCF/ACPF study of spectroscopic properties of FeS and FeSlhnd the photoelectron spectrum
of FeS[11998, 294, 37-44

Ab initio determination of exchange integrals and N el temperature in the chain cuprates. 1998,

1995 295, 359-365 10

Theoretical study of the interaction of alkali-metal atoms with CO2. 1998, 295, 409-415

1993 Continuous symmetry measures for electronic wavefunctions. 1998, 297, 15-22 30

Locality and Sparsity of Ab Initio One-Particle Density Matrices and Localized Orbitals. 1998, 102, 2215-2222

1991 Proton transport along water chains and NADH hydride transfer in solution. 1998, 102, 533-543 6

On the Structure of the Active Site of Ti-Silicalite in Reactions with Hydrogen Peroxide: A
Vibrational and Computational Study. 1998, 179, 64-71

1989 Ni+(H2)n: Ligand bond energies for ground state ions. 1998, 293, 503-510 35

RI-MP2: optimized auxiliary basis sets and demonstration of efficiency. 1998, 294, 143-152

20



(1998-1998)

1987 Boc-Glu-Thr-lle-His-OMe/Zn2+ in terms of the zinc-binding sites of proteases. 1998, 283, 243-250 4

Projectile fragmentibn fragmentibn coincidences (PFIFICO) following fast ion impact on SF6.
1998, 230, 117-141

1985 Penning ionization of cobaltocene by collision with He*(23S) metastable atoms. 1998, 88-91, 149-154 6

He(l)/He(ll) ultraviolet photoelectron spectroscopic studies on organosulfur compounds with
emphasis on the sulfurdxygen interaction. 1998, 455, 141-159

1983 Theoretical study of the spectroscopic constants of low-lying states of Ga2. 1998, 451, 61-71 18

Conformations of silicon-containing rings. 1998, 454, 91-102

1981 Electronic distribution influence on molecular mechanics results. 1998, 458, 27-39 12

Novel Nine-Membered Titanaheterocycles [Btructure, ab initio Calculations, and Preparative Use
towards the Selective Synthesis of Substituted Cyclopentanols. 1998, 1998, 1253-1262

The First 1,10-Diaza[2.2]metacyclophanes [btrained Medium Membered Heterocycles?. 1998,
1979 1998, 1471-1477 7

Structure/Chiroptics Relationships of Planar Chiral and Helical Molecules. 1998, 1998, 1491-1509

L Multichromophoric Systems by DielsBlder Reaction of Barrelene with o-Benzoquinones:
977 Tetracyclo[6.2.2.23,6.02,7]tetradeca-9,11,13-triene-4,5-diones. 1998, 1998, 2339-2348 3

Cp*3Al5l16: ein Intermediat im Reaktionsgeschehen zwischen elementarem Aluminium und
Allll-Spezies?. 1998, 110, 2488-2491

L Modellierung der Adsorption von Benzol in Lithiozeolithen durch Berechnung der chemischen
975 verschiebung von 7Li. 1998, 110, 2607-2609

GellAderhelicale Molekl[&. 1998, 110, 3206-3209

Aqueous Ethylenediamine Dihydroxo Palladium(ll): A Coordinating Agent for Low- and
1973 High-Molecular Weight Carbohydrates. 1998, 4, 835-844 35

Comparison of methods for deriving atomic charges from the electrostatic potential and moments.

1998, 19, 377-395

Accurate molecular electrostatic potentials based on modified PRDDO/M wave functions: IlI.
1971 Extension of the PESP method for calculation of electrostatic potential-derived atomic charges to 1
compounds containing Li+, Na+, Mg2+, K+, Ca2+, Zn2+, and I. 1998, 19, 1456-1469

First-order relativistic corrections to MP2 energy from standard gradient codes: Comparison with

results from density functional theory. 1998, 19, 1596-1603

21



CITATION REPORT

1969 Performance of parallel TURBOMOLE for density functional calculations. 1998, 19, 1746-1757 458

Harmonic IR spectra from empirical Force fields and ab initio dipole-moment derivatives. 1998, 69, 705-711

1967 Synthesis, structure, and chiroptical properties of the first 4-Oxa[7]Paracyclophane. 1998, 10, 147-153 13

On the relative stability of tetragonal and trigonal Cu(ll) complexes with relevance to the blue
copper proteins. 1998, 3, 109-125

6 Theoretical study of electrophilic versus nucleophilic character of transition metal complexes of
1965 phosphinidene. 1998, 570, 225-234 34

THE STRUCTURE OF LiKCO3 STUDIED BY AB INITIO CALCULATIONS AND RAMAN SPECTROSCOPY.
1998, 59, 1477-1485

1963 Adensity functional study of mono- and difluoropropenes. 1998, 89, 145-166 4

Methylzinc tetrahydroborate: investigation of the vapour phase by spectroscopic and quantum
chemical techniques. 1998, 444, 29-46

HPhenylselenenyl) ketonesHtructure, molecular modelling and rationalization of their

1961 glutathione peroxidase-like activity. 1998, 448, 21-28 9

Theoretical investigation of hydrogen bonded water molecules in Ca(I03)26H20. 1998, 54, 1919-1926

1959 Quantum chemical calculations of the reorganization energy of blue-copper proteins. 1998, 7, 2659-68 75

An ab inito study of NMR isotropic shielding bond length derivatives in phosphorus compounds.
1998, 234, 69-78

L Experiment versus Time Dependent Density Functional Theory Prediction of Fullerene Electronic L
957 Absorption. 1998, 120, 5052-5059 319

The electronic structure of a-SiGe alloys: a cluster simulation. 1998, 226, 67-75

1955 6-31G* basis set for atoms K through Zn. Journal of Chemical Physics, 1998, 109, 1223-1229 39 1488

Molecular density functional calculations in the regular relativistic approximation: Method,
application to coinage metal diatomics, hydrides, fluorides and chlorides, and comparison with
first-order relativistic calculations. Journal of Chemical Physics, 1998, 109, 392-399

1953 An ab initio study of the monoxides and dioxides of sodium. Journal of Chemical Physics, 1998, 109, 426734280 19

Homoleptic yttrium and lanthanide complexes of aminotroponiminates and aminotroponates:

experimental and theoretical studies. 1998, 2425

22



(1998-1998)

1951 New Formulas for Organozincate Chemistry. 1998, 120, 4934-4946 145

lonophores and receptors using cation-pi interactions: collarenes. 1998, 95, 12094-9

L A Relativistic Density Functional Study on the Uranium Hexafluoride and Plutonium Hexafluoride
949 Monomer and Dimer Species. 1998, 120, 11727-11731 39

Theoretical and Experimental Study of the 13C Chemical Shift Tensors of Acetone Complexed with
Brl psted and Lewis Acids. 1998, 120, 12342-12350

1947 Synthesis of a Benzenium lon in a Zeolite with Use of a Catalytic Flow Reactor. 1998, 120, 4025-4026 103

Unsupported Tillo and Zrllo Bonds in Heterobimetallic Complexes:[JA Theoretical Description of
MetalMetal Bond Polarity. 1998, 120, 7239-7251

L Hydrogenation without a Metal Catalyst: An ab Initio Study on the Mechanism of the Metal-Free 3
945 Hydrogenase from Methanobacterium thermoautotrophicum. 1998, 120, 1345-1346 3

Computational Evidence for a Free Silylium lon. 1998, 17, 278-280

Aza-Substituted Thiophene Derivatives: Structures, Dipole Moments, and Polarizabilities. 1998,

1943 102, 9906-9911 16

An Ab Initio Study of the Isomerization of Mglhnd CaPyrophosphates. 1998, 120, 6113-6120

L4t Framework Bonding and Coordination Sphere Rearrangement in the M(2)X(2) Cores of Synthetic o
94 Analogues of Oxyhemocyanin and Related Cu and Pt Complexes. 1998, 37, 1202-1212 3

Electron Affinities of the Bromine Fluorides, BrFn (n = 1@). 1998, 120, 11115-11121

1939 Intermolecular Interactions in p-Chlorobenzoic Acid Dimers. 1998, 102, 7137-7142 9

Theoretical Study of the Structural and Spectroscopic Properties of Stellacyanin. 1998, 102, 4638-4647

1937 Low-Lying Spin States of Iron(ll) Porphine. 1998, 102, 2603-2608 114

Synthesis and Crystal Structure of the Tetraaluminatetrahedrane Al4[Si(t-Bu)3]4, the Second
Al4R4Compound. 1998, 17, 1894-1896

Density Functional Study of Excited Charge Transfer State Formation in

1935 4-(N,N-Dimethylamino)benzonitrile. 1998, 102, 6297-6306 88

Matrix-Isolation FT-IR Studies and ab Initio Calculations of Hydrogen-Bonded Complexes of
Molecules Modeling Cytosine or Isocytosine Tautomers. 6. Experimental Observation of a

Water-Induced Tautomeric Shift for 2-Hydroxypyrimidine and 5-Bromo-2-hydroxypyrimidine. 1998,

=



CITATION REPORT

N-Alkylnitrilium Cations in Zeolites: A Study Using Theoretical Chemistry and in Situ NMR with the

1933 Pulse-Quench Reactor. 1998, 102, 7163-7168 10

Relation between the Structure and Spectroscopic Properties of Blue Copper Proteins. 1998, 120, 13156-1316640

Electron Energy Loss and DFT/SCI Study of the Singlet and Triplet Excited States and Electron
1931 Attachment Energies of Tetramethylsilane, Hexamethyldisilane, Tris(trimethylsilyl)silane, and 15
Tetramethoxysilane. 1998, 102, 3524-3531

Ab Initio Study of Potassium lon Clusters of Methanol and Acetonitrile and a Systematic
Comparison with Hydrated Clusters. 1998, 102, 2201-2208

COMPASS: An ab Initio Force-Field Optimized for Condensed-Phase ApplicationsOverview with
1929 Details on Alkane and Benzene Compounds. 1998, 102, 7338-7364 3990

Coordination of Cu+ lons to Zeolite Frameworks Strongly Enhances Their Ability To Bind NO2. An
ab Initio Density Functional Study. 1998, 120, 1545-1551

L Heterogeneity of Brll psted Acidic Sites in Faujasite Type Zeolites due to Aluminum Content and .
927 Framework Structure. 1998, 102, 6397-6404 9

An Ab Initio Nuclear Magnetic Resonance and Atoms-in-Molecules Study of the PO Bond in
Phosphine Oxides. 1998, 120, 10504-10510

Fitting basis sets for the RI-MP2 approximate second-order many-body perturbation theory 3
1925 method. Journal of Chemical Physics, 1998, 109, 1593-1600 39 4

Ab initio calculations on bromine oxide and dioxides and their corresponding anions. Journal of
Chemical Physics, 1998, 108, 9414-9424

Magnetic Coupling in End-On Azido-Bridged Transition Metal Complexes: A Density Functional 6
1923 study. 1998, 120, 11122-11129 33

The formation of HCS and HCSH molecules and their role in the collision of comet Shoemaker-Levy
9 with Jupiter. 1998, 279, 1181-4

1021 Interpretation of Activation Volumes for Water Exchange Reactions Revisited: Ab Initio 3
921 calculations for Al3+, Ga3+, and In3+, and New Experimental Data. 1998, 120, 6569-6577 7

Olefin Carbometalation with (Alkoxy)allylic Lithium and Zinc Reagents. Four-Centered vs

Six-Centered Mechanism of Allylmetalation Reaction. 1998, 120, 13334-13341

Crystal Engineering Using the Unconventional Hydrogen Bond. Synthesis, Structure, and
1919 Theoretical Investigation of Cyclotrigallazane. 1998, 120, 521-531 79

Nonadiabatic bending dissociation in 16 valence electron system OCS. Journal of Chemical Physics,
1998, 109, 5778-5794

Calculation of nuclear magnetic shieldings. XII. Relativistic no-pair equation. Journal of Chemical
1917 physics, 1998, 108, 3854-3862 39 47

Non-Abelian point group symmetry in direct second-order many-body perturbation theory

calculations of NMR chemical shifts. Journal of Chemical Physics, 1998, 108, 8295-8301

24



(1999-1998)

101 Basis sets and active space in multiconfigurational self-consistent field calculations of nuclear
915 magnetic resonance spinBpin coupling constants. Journal of Chemical Physics, 1998, 109, 8168-8181 39 59

Electrons in high-Tc compounds: Ab initio correlation results. 1998, 58, 9826-9844

The inner-hydrogen migration and ground-state structure of porphycene. Journal of Chemical
1913 physics, 1998, 109, 5905-5913 39 57

Two-photon ionization spectroscopy and all-electron ab initio study of LiCa. Journal of Chemical
Physics, 1998, 109, 6655-6665

1911 Theoretische Chemie 1997. 1998, 46, 196-203 2

Theoretical investigation of the weakly bonded donor8cceptor complexes X3BH2, X3B2H4,
and X3BO2H2 (X = H, F, Cl). 1999, 96, 519-527

100 Structure determination to calculate nonlinear optical coefficients in a class of organic material. L
999 1999, 59, 6722-6735 3

Crossed-beam reaction of carbon atoms with sulfur containing molecules. I. Chemical dynamics of
thioformyl (HCS X2A?) formation from reaction of C(3Pj) with hydrogen sulfide, H2S(X1A1). Journal
of Chemical Physics, 1999, 110, 2391-2403

Raman-spectroscopy of oligomeric SiO species isolated in solid methane. Journal of Chemical 18
1997 physics, 1999, 111, 7881-7887 39

How do coinage metal ions bind to benzene?. 1999, 96, 583-591

Coupled-cluster ab initio investigation of singlet/triplet CH2S isomers and the reaction of atomic
1995 carbon with hydrogen sulfide to HCS/HSC. Journal of Chemical Physics, 1999, 110, 9982-9988 39 30

Application of an equation-of-motion coupled cluster method including higher-order corrections to
potential energy surfaces of radicals. Journal of Chemical Physics, 1999, 111, 8275-8285

Comparison of cluster and slab models of the surface structure of Cl-terminated Ge(111) and

1993 GaAs(111) surfaces. 1999, 59, 15766-15771 g

Theory and calculation of nuclear spinBpin coupling constants. 1999, 35, 267-294

Correlation of coordination geometry of copper atom to reactivities of organocuprate. Molecular

1991 orbital analysis of dimethylcuprate anion. 1999, 40, 5319-5322 25

Diastereoselective protonation after the Birch reduction of pyrroles. 1999, 55, 12309-12312

800 ' NMR and X-ray diffraction study of mesoionic 1,2,3,4-thiatriazolium-5-olate and its ethylated
1899 derivative. 1999, 475, 181-191 9

Alkylation of some substituted tetrazolo[1,5-a]pyridines studied by 1H, 13C, 15N NMR and ab initio

molecular orbital calculations. 1999, 477, 119-125

25



CITATION REPORT

.8 The tetrazoleBzide tautomerism of some nitrotetrazolo [1,5-a]pyridines studied by NMR, IR o
97 spectroscopy and molecular orbital calculations. 1999, 510, 165-178 3

An NMR study and ab initio molecular orbital calculation of substituted benzofuroxans and the salt
of 4,6-dinitrobenzofuroxan. 1999, 55, 2207-2214

3 Formation, acidity and charge reduction of the hydrates of doubly charged ions M2+ (Be2+, Mg2+,
1995 Ca2+,Zn2+). 1999, 185-187, 685-699 79

Oxidation properties of the early transition-metal dioxide cations MO2+ (M =Ti, V, Zr, Nb) in the
gas-phase. 1999, 182-183, 85-97

18 Chiroptical properties of 12,15-dichloro[3.0]orthometacyclophanedorrelations between
93 molecular structure and circular dichroism spectra of a biphenylophane. 1999, 10, 2153-2164

Synthesis of enantiomerically pure (E)-1,1,3,3,6,6-hexamethyl-1-sila-4-cycloheptene and its absolute
configuration. 1999, 10, 3483-3492

1891 N,N-dimethyl-selenobenzamide: two solid phases and low-temperature phase change. 1999, 18,3391-3399 6

A new intermolecular polarizable potential for cis-Formic acid. Introduction of many-body
interactions in condensed phases. 1999, 250, 155-169

Relativistic ab initio and density functional theory calculations on the mercury fluorides: Is HgF4

1889 thermodynamically stable?. 1999, 302, 231-239

36

Density functional theory calculations of the visible spectrum of chlorophyll a. 1999, 302, 480-484

1887 Atheoretical investigation of sulphur K-shell X-ray absorption of cysteine. 1999, 309, 241-248 15

Hexadecapole moment, dipole and quadrupole polarizability of sulfur hexafluoride. 1999, 312, 255-261

1885 Molecular properties from coupled-cluster Brueckner orbitals. 1999, 315, 248-256 20

Geometry and electronic structure of silylated hydroxylamine and carbamic acid derivatives. 1999,
579, 38-44

Absolute acidities and site specific properties of zeolite catalysts modelled by advanced

1883 computational chemistry technology. 1999, 308, 147-154

222

Quantum anharmonic frequencies of the O? H? O fragment of the H502+ ion: a model
three-dimensional study. 1999, 312, 591-597

1881 A theoretical explanation of solvent effects in zeolite catalysis. 1999, 9, 181-189 31

Ab Initio Study of the Phosphorescence of Nitrite lons. 1999, 9, 221-232

26



(1999-1999)

On the significance of hydrogen bonds for the discrimination between CO and O2 by myoglobin.

1879 1999 4,99-110 94

The influence of axial ligands on the reduction potential of blue copper proteins. 1999, 4, 654-63

18 Theoretical studies on Ecomplex formation of organocopper compounds with acetylene. The L
77 origin of nucleophilicity of organocuprates. 1999, 461-462, 167-175 7

Ab initio study of the singletfriplet transitions in hypobromous acid. 1999, 492, 53-66

3 Ab initio calculations of the mean-square amplitudes of vibration for the fluoroethylenes. 1999,
1975 492, 123-131 4

1H, 13C and 15N NMR study of some triazolo- and tetrazolopyridazines and
thioxotriazolopyridines. 1999, 37, 493-497

1873 NMR study of tautomerism of benzofuroxan and its sulphur and selenium analogues. 1999, 37, 758-761 5

Raman spectrum and bonding of matrix isolated GeS2 molecules. 1999, 10, 658-661

1871 Relativistic all-electron density functional calculations. 1999, 20, 51-62 43

Broken symmetry approach to calculation of exchange coupling constants for homobinuclear and
heterobinuclear transition metal complexes. 1999, 20, 1391-1400

1869 Protein strain in blue copper proteins studied by free energy perturbations. 1999, 36, 157-74 38

Phosphinidene Transition Metal Complexes: A Combined Ab Initio MO-DFT Study of Cr(CO)5BR.
1999, 1999, 107-115

A Density Functional Study of the Dimerization of Phosphaalkynes in the Presence of Transition

1867 Metal Fragments. 1999, 1999, 1281-1289 3

The Hexahydro-closo-hexaborate Dianion [B6H6]2[and Its Derivatives. 1999, 1999, 1831-1846

Syntheses, Molecular Structures, and Bonding of Molybdenum and Tungsten Calix[4]arene Imido

1865 Complexes. 1999, 1999, 2221-2231 25

The Addition Patterns of C60 Trisadducts Involving the Positional Relationships e and trans-n (n =
28): Isolation, Properties, and Determination of the Absolute Configuration of Tris(malonates) and
Tris[bis(oxazolines)]. 1999, 1999, 3027-3039

1863 1H, 13Cand 15N NMR and IR studies of halogen-substituted tetrazolo[1,5-a]pyridines. 1999, 12, 470-478 24

Homoleptische Lanthanoidkomplexe mit chelatisierenden Phosphanamiden als Liganden [I

experimentelle und theoretische Untersuchungen. 1999, 111, 1155-1158

27



CITATION REPORT

Zinksilicate: hochwirksame heterogene Katalysatoren f Hdie Addition prim0ber Alkohole an Alkine

1861 |4 Allene. 1999, 111, 1497-1502

11

E5-Phospholylgallium: die erste monomere Boly-hapto3Verbindung aus einem
Phospholylliganden und einem Hauptgruppenmetall. 1999, 111, 1757-1759

3 N5+: ein neuartiges homoleptisches Polystickstoff-lon als Substanz mit hoher Energiedichte. 1999, 3
159 111, 2112-2118 3

Die supramolekulare Struktur ausgefll[iter, nanometergroll Br fCarotinpartikel. 1999, 111, 2325-2328

3 [In3(In2)3(PhP)4(Ph2P2)3Cl7(PEt3)3] [eine neue molekulare 11I/V-Verbindung mit einem
1057 ungewl Bnlichen 19atomigen PolyedergerllEt. 1999, 111, 2900-2902

Das erste enantiomerenreine Triangulan: (M)-Trispiro[2.0.0.2.1.1]nonan ist ein F[4]Helicen. 1999,
111, 3682-3685

1855 Novel Complexes with a Short Tungsten-Phosphorus Triple Bond. 1999, 5, 2890-2898 41

Predictions of geometries and multiplicities of the manganese-oxo intermediates in the Jacobsen
epoxidation. 1999, 1, 419-21

1853 Optimization of Gaussian basis sets for density-functional calculations. 1999, 60, 2840-2847 231

Solvation of Cu2+ in Liquid Ammonia: Monte Carlo Simulation Including Three-Body Corrections.
1999, 103, 4298-4302

1851 Highly accurate calculations of molecular electronic structure. 1999, 32, R103-R130 200

Steric Course and Mechanism of the Water Exchange of the Ruthenium(lll) Aqua Pentaammine lon.
1999, 103, 9345-9348

The calculation of molecular geometrical properties in the HellmannEeynman approximation.

1849 1999, 96, 653-671 1o

Electron Energy Loss and DFT/SCI Study of the Singlet and Triplet Excited States of
Aminobenzonitriles and Benzoquinuclidines: Role of the Amino Group Twist Angle. 1999, 103, 7766-7772

18 A Critical Validation of Density Functional and Coupled-Cluster Approaches for the Calculation of .
47 EPR Hyperfine Coupling Constants in Transition Metal Complexes. 1999, 103, 9966-9983 25

Ab initio and density functional study on the mechanism of the C2H2++methanol reaction. Journal

of Chemical Physics, 1999, 111, 3978-3988

3 Spectroscopic constants of gold and eka-gold (element 111) diatomic compounds: The importance
1945 of spindrbit coupling. Journal of Chemical Physics, 1999, 110, 3730-3735 39 92

Aquapotassium(l) complexes: Ab initio study. Journal of Chemical Physics, 1999, 111, 3995-4004

28



(1999-1999)

Ferro- and Antiferromagnetic Coupling through 1,n-Dithiosquarate Bridges (n = 2, 3) in Copper(ll)
1843 Dimers. Syntheses, Crystal Structures, and Magnetic Properties of 36
[Cu(2)(bpca)(2)(1,2-dtsq)(H(2)0)].2H(2)O and [Cu(2)(bpca)(2)(1,3-dtsq)].2H(2)O. 1999, 38, 4680-4687

Determinants of the FeXO (X = C, N, O) Vibrational Frequencies in Heme Adducts from Experiment
and Density Functional Theory. 1999, 121, 9915-9921

GIAO Nuclear Magnetic Shielding Tensors in Free Base Porphyrin and in Magnesium and Zinc
Metalloporphyrins. 1999, 103, 420-425 23

Geometry optimization in generalized natural internal coordinates. Journal of Chemical Physics,
1999, 111, 9183-9190

1839 DFT-SQM Force Field for Nickel Porphine: Intrinsic Ruffling. 1999, 103, 1357-1366 95

The Singletriplet Absorption and Photodissociation of the HOC|, HOBr, and HOI Molecules
Calculated by the MCSCF Quadratic Response Method. 1999, 103, 7294-7309

3 Structures, thermochemistry, and electron affinities of the germanium fluorides,
1937 GeFn/GeFnih=1B). Journal of Chemical Physics, 1999, 111, 7945-7953 SR

Hydrogen Bond Types, Binding Energies, and 1H NMR Chemical Shifts. 1999, 103, 8121-8124

Bromine Halides: The Neutral Molecules BrCIFn (n = 105) and Their Anions Structures, Energetics,

1835 2nd Electron Affinities. 1999, 121, 6904-6910 12

The Nature of Electronic Contact in Self-Assembled Monolayers for Molecular Electronics:
Evidence for Strong Coupling. 1999, 103, 8915-8919

3 Ab Initio Calculations of the 170 NMR Chemical Shift of Hydronium and Dihydroxonium lons in
1933 Their Fluoroborates: Comparison with Experiment. 1999, 103, 754-761

Investigation of Cu2+ Hydration and the Jahneller Effect in Solution by QM/MM Monte Carlo
Simulations. 1999, 103, 11387-11393

1831 Energy-Preeminent Isomer of the Ca3(P0O4)2 Cluster. 1999, 103, 8118-8120 19

Carboxylate binding modes in zinc proteins: a theoretical study. 1999, 77, 2777-87

Aquation of the Chloro Pentaammine Complexes of Cobalt(lll) and Chromium(lll): Do the Almost L
Equal Activation Parameters Arise from a Common Mechanism?. 1999, 38, 5730-5733 4

Vibrational Spectroscopy of the Three Isomers of 1,4-Difluorobutadiene. 1999, 103, 6726-6739

1827 The Electron Affinities of the Selenium Fluorides SeFn(n= 1[@). 1999, 103, 7496-7505 33

NMR and Quantum-Chemical Study on the Structure of Ester EnolateAluminum Alkyl Complexes

as Models of the Active Center in the Anionic Polymerization of Methacrylates in Toluene. 1999, 32, 8340-8349"3

29



CITATION REPORT

Classical and Nonclassical Nitrosyl Hydride Complexes of Rhenium in Various Oxidation Statesl

1825 1999, 18, 75-89 7

Electronic Structure and Bonding in CuMO2 (M = Al, Ga, Y) Delafossite-Type Oxides: An Ab Initio
Study. 1999, 103, 8060-8066

Quantum-Chemical (Density Functional Theory) Study of Lithium 2-Methoxyethoxide, Methyl
1823 H.ithioisobutyrate, and Their Mixed Aggregates as Models of the Active Center in the Anionic 15
Polymerization of Methacrylates. 1999, 32, 1731-1736

Geometric and Electronic Structure of Co(ll)-Substituted Azurin. 1999, 103, 8375-8382

Structure and Energetics of Group 14 (IV-A) Halides: A Comparative Density

1821 Functional-Pseudopotential Study. 1999, 103, 5590-5601 23

Water Exchange Reactions and Hydrolysis of Hydrated Titanium(lll) lons. A Density Functional
Theory Study. 1999, 103, 9899-9905

1819 Ab Initio Calculations of 1H and 13C Chemical Shifts in Anhydrodeoxythymidines. 1999, 103, 4089-4093 13

Isomers of Manganese Tetracarbonyl Hydride: A Density Functional Study of Structure and
Vibrational Spectra. 1999, 18, 5245-5251

A Multifunctional Substituted Cyclooctatetraene as a Ligand in Organosamarium Chemistry. 1999,

1817 18 3835-3842 29

New [M(R,REimdt)2] Metal-Dithiolenes and Related Compounds (M = Ni, Pd, Pt; R,REimdt =
Monoanion of Disubstituted Imidazolidine-2,4,5-trithiones): An Experimental and Theoretical
Investigation. 1999, 121, 7098-7107

Cu+ in Liquid Ammonia and in Water: Intermolecular Potential Function and Monte Carlo

1815 gimulation. 1999, 103, 11115-11120

Electronic Structure and Bonding in Tricoordinate Amido Complexes of Transition Metals. 1999, 38, 707-715

A combination of KohnBham density functional theory and multi-reference configuration

1813 interaction methods. Journal of Chemical Physics, 1999, 111, 5645-5655 39 564

Origin of the High Electrical Conductivity of Neutral [Ni(ptdt)2] (ptdt2- =
propylenedithiotetrathiafulvalenedithiolate): A Route to Neutral Molecular Metal. 1999, 121, 10763-10771

1811 Electron affinities of the bromine oxides BrOn, n = 1-4. 2000, 98, 879-890 13

The not-so-peculiar case of calcium oxide: a weakness in atomic natural orbital basis sets for
calcium. 2000, 98, 1227-1231

A density functional study of plutonyl trifluoroacetone complexes in the gas phase and in solution.

1809 5000, 98, 1803-1809 3

Toward direct determination of conformations of protein building units from multidimensional

NMR experiments I. A theoretical case study of For-Gly-NH2 and For-L-Ala-NH2. 2000, 21, 882-900

30



(2000-2000)

1807 Mechanism of some 1:2 hydrogen transfer reactions through bond variation indices. 2000, 21, 1283-1291 3

Q-Chem 2.0: a high-performance ab initio electronic structure program package. 2000, 21, 1532-1548

1805 Nitrogen NMR study of some mesoionic oxadiazoles and thiadiazoles. 2000, 38, 617-626 11

Hydrogen bonding effects on the (15)N and (1)H shielding tensors in nucleic acid base pairs. 2000,
145, 142-6

P6-Manganocen und P3-Cymantren: Konsequenzen des Einbaus von Phosphoratomen in

1593 Mn-koordinierende Cyclopentadienyl-Liganden. 2000, 112, 2174-2178 4

Redoxschalter mit chiroptischer Signalexpression basierend auf
Binaphthyl-Bordipyrromethen-Konjugaten. 2000, 112, 3385-3388

[{Ag(tBuNH2)2}4][{Ag(tBuNH2)(tBuN=CHCH3)}2][Ag12(CF3C0O2)14] [kine Verbindung mit einem

1801 5 g128+-Clusterkern, 2000, 112, 4085-4089 9

Herstellung, Struktur und Bindungsverhl[Enisse in den gemischtvalenten Clustern
[Cu32As10(dppm)8] und [Cu26Te12(PEt2Ph)12]. 2000, 112, 4089-4093

1799 Das Hexaazidogermanat(IV)-lon bynthesen, Strukturen und Reaktionen. 2000, 112, 4524-4527 35

Redox Switches with Chiroptical Signal Expression Based on Binaphthyl Boron Dipyrromethene
Conjugates. 2000, 39, 3252-3255

[{Ag(tBuNH) } ]1[{Ag(tBuNH )(EBuN=CHCH )} ][Ag (CF CO) ]: A Compound with an Ag Cluster Core.

1797 2000, 39, 3925-3929 26

Synthesis, Crystal Structure, and Binding Properties of the Mixed Valence Clusters [Cu As (dppm) ]
and [Cu Te (PEt Ph) ]. 2000, 39, 3929-3933

1795 The Hexaazidogermanate(IV) lon: Syntheses, Structures, and Reactions. 2000, 39, 4333-4336 56

Approximate second-order SCF convergence for spin unrestricted wavefunctions. 2000, 325, 93-98

1793 Chemically reliable uncontracted Gaussian-type basis sets for atoms H to Lr. 2000, 328, 473-482 79

The quadratic coupled cluster doubles model. 2000, 330, 585-594

1791 DFTBQM force field for cobalt corrinoids. 2000, 331, 502-508 22

Locked alkenes with a short triplet state lifetime. 2000, 316, 135-140

31



CITATION REPORT

18 Density functional theory study of the electronic absorption spectrum of Mg-porphyrin and
7°9  Mg-etioporphyrin-I. 2000, 317, 392-399

Comparison of the electronic excitation spectra of chlorophyll a and pheophytin a calculated at
density functional theory level. 2000, 317, 545-552

Low valent aluminum and gallium compoundsBtructural variety and coordination modes to

1787 transition metal fragments. 2000, 206-207, 285-319 168

Strategies for structure solution and refinement of small organic molecules from electron
diffraction data and limitations of the simulation approach. 2000, 56 (Pt 5), 436-50

Structural characteristics of areneselenenyl bromide and areneselenenyl chloride stabilized by

1785 hypervalent coordination with a halide anion in the solid state. 2000, 611, 164-171 22

Study of the coordination of Cu2+ in zeolite Y: Interaction with water and ammonia. 2000, 37, 209-222

3 Theoretical and experimental studies on the activation of ethylsilane by bare Co+ cations. 2000,
1793 199,107-125 7

How does Fe+ activate ethylsilane? A theoretical study in comparison with experiments. 2000, 202, 363-379

1781 Computational prediction of the ISC rate for triplet norbornene. 2000, 322, 358-362 18

The microwave spectrum and ground state dynamics of Kr[H. 2000, 331, 95-100

1779 Role of the axial ligand in heme?CO backbonding; DFT analysis of vibrational data. 2000, 297, 11-17 95

Correlation of Reactivities of Organocuprate(l) and Zincate(ll) with d-Orbital Energies of Ate
Complexes. 2000, 56, 2805-2809

1777 Atheoretical study of plutonium diketone complexes for solvent extraction. 2000, 252, 47-55 7

On the resolution of identity Coulomb energy approximation in density functional theory. 2000,
501-502, 229-239

Computational Modeling of Metalloporphyrin Structure and Vibrational Spectra: Porphyrin

1775 Ruffling in NiTPP. 2000, 104, 5020-5034 128

Existence of Posner’s Cluster in Vacuum. 2000, 104, 5111-5114

1773 AB initio and DFft investigations of Al, Ga, and In tricyanides and triisocyanides. 2000, 41, 35-40 4

Internal Conversion with 3,5-Dimethyl-4-(methylamino)benzonitrile in Alkane Solvents. 2000, 214,

32



(2000-2000)

1771 Benchmark variational coupled cluster doubles results. Journal of Chemical Physics, 2000, 113, 8873-8879.9 102

Photoelectron spectroscopy of copper cyanide cluster anions: On the possibility of linear and ring
structures. Journal of Chemical Physics, 2000, 113, 1725-1731 39

6 Matrix isolation and spectroscopic characterization of a linear AlOSi radical. Journal of Chemical
1799 physics, 2000, 112, 1444-1448 39 4

Calculation of nuclear spinBpin couplings. X. Analytical derivative method of perturbation energy.
Journal of Chemical Physics, 2000, 112, 3532-3539 39

1767 Raman spectrum and bonding of matrix isolated GeO2. Journal of Chemical Physics, 2000, 112, 1782-1784.9 7

A dipole-bound dianion. Journal of Chemical Physics, 2000, 112, 6563-6570

Influence of parity violating weak nuclear potentials on vibrational and rotational frequencies in

1765 hiral molecules. 2000, 84, 3807-10 103

Coupled-cluster electronic spectra for the Ca+Hcetylene [tomplex and comparisons to its alkaline
earth analogs. Journal of Chemical Physics, 2000, 113, 701-706

6 Theoretical study of the potential energy surfaces and bound states of HCP. Journal of Chemical 3
1753 physics, 2000, 112, 5866-5876 39

Theoretical approach to the magnetostructural correlations in the spin-Peierls compound CuGeO3.
2000, 61, 54-57

Direct differential-cross-section calculations for ion-atom and atom-atom collisions in the keV

1761 range. 2000, 61, 38

A Computational Study of the Translational Motion of Protons in Zeolite H-ZSM-5. 2000, 658, 741

Finding transition structures in extended systems: A strategy based on a combined quantum

1759 mechanicsBmpirical valence bond approach. Journal of Chemical Physics, 2000, 112, 6983-6996 39 128

Circular Dichroism of Helicenes Investigated by Time-Dependent Density Functional Theory. 2000,
122,1717-1724

Simulation of preferential Cu2+ solvation in aqueous ammonia solution by means of Monte Carlo

1757 method including three-body correction terms. Journal of Chemical Physics, 2000, 112, 4212-4215 39 M

Magnetic coupling through the carbon skeleton of malonate in two polymorphs of
([Cu(bpy)(H20)][Cu(bpy)(mal)(H20)])(ClO4)2 (H2mal = malonic acid; bpy = 2,2’-bipyridine). 2000, 39, 3845-52

An experimental and theoretical approach to the study of the properties of parabanic acid and
1755 related compounds: synthesis and crystal structure of diethylimidazolidine-2-selone-4,5-dione. 9
2000, 78, 1147-1157

Isotope Effects and the Mechanism of Chlorotrimethylsilane-Mediated Addition of Cuprates to

Enones. 2000, 122, 3288-3295

33



CITATION REPORT

L Magnetic coupling in end-to-end azido-bridged copper and nickel binuclear complexes: a 140
733 theoretical study. 2000, 39, 3221-9 4

Can octahedral t2g6 complexes substitute associatively? The case of the isoelectronic ruthenium(ll)

and rhodium(lll) hexaaquaions. 2000, 39, 5547-52

1ot Density Functional Theory Based Configuration Interaction Calculations on the Electronic Spectra
751 of Free-Base Porphyrin, Chlorin, Bacteriochlorin, and cis- and trans-Isobacteriochlorin. 2000, 104, 2504-2507 59

Electronic Structure of Activated Bleomycin: Oxygen Intermediates in Heme versus Non-Heme
Iron. 2000, 122, 11703-11724

Interfacial Electronic Structure in Thiolate Self-Assembled Monolayers: Implication for Molecular 66
1749 Electronics. 2000, 122, 4700-4707

Relativistic MCSCF by means of quasidegenerate direct perturbation theory. II. Preliminary
applications. Journal of Chemical Physics, 2000, 112, 3559-3571

Extended similarity transformed equation-of-motion coupled cluster theory (extended-STEOM-CC):
1747 Applications to doubly excited states and transition metal compounds. Journal of Chemical Physics, 3.9 104
2000, 113, 494-507

The gas phase L2,3VV Auger electron spectra of chlorine in XCl (X=H, D, Li, Na, K) molecules.
Journal of Chemical Physics, 2000, 113, 662-675

1745 Interaction of Acetate Anion with Hydrated Al3+ Cation: A Theoretical Study. 2000, 104, 6824-6833 42

Protonated and methylated dimethyl sulfoxide cations and dications. DFT/GIAO-MP2 NMR studies
and comparison with experimental data. 2000, 65, 8786-9

Luminescent Characterization of Solution Oligomerization Process Mediated GoldGold

1743 |nteractions. DFT Calculations on [Au2Ag2R4L2]n Moieties. 2000, 122, 7287-7293 126

NMR and Theoretical Study of Acidity Probes on Sulfated Zirconia Catalysts. 2000, 122, 12561-12570

Identification of Cu2(N2) and Cu2(N2)2Complexes:[IMatrix Isolation and Density Functional
1741 studies 2000, 104, 3572-3578 14

Density Functional Theory Analysis of Stereoelectronic Properties of Cobalaminsll 2000, 104, 10921-10927

Theoretical Study of the Structure of ZCu(NO2)(NO). A Proposed Intermediate in the NOx

1739 Decomposition by CulSM-5. 2000, 104, 3225-3230 22

Mechanism of Addition of Allylmetal to Vinylmetal. Dichotomy between MetalloBne Reaction and
Metallalllaisen Rearrangement. 2000, 122, 11791-11798

L Coordination Change of Cu+ Sites in ZSM-5 on Excitation in the Triplet State: Understanding of the
737 Photoluminescence Spectra. 2000, 104, 1738-1745 75

Mechanism and Stereochemistry of the Water Exchange Reactions on Aqua Amine Complexes of

Chromium(lll): The Role of the BpectatoriLigands. 2000, 104, 8787-8795

34



(2000-2000)

1735 Dissociation Dynamics and Thermochemistry of Energy-Selected CpCo(CO)2+lons. 2000, 122, 9219-9226 30

Tetra(4-methoxyphenyl)phosphonium lodide: A Twinned Crystal Built Up with Three-Dimensional
Octupolar Nonlinear Optical Chromophores. 2000, 12, 1025-1033

[(dcpe)Pt(ECpP*)2] (E = Al, Ga): Synthesis, Structure, and Bonding Situation of the First Aluminum(l)

1733 and Gallium(l) Complexes of Phosphine-Substituted Transition Metal Centers. 2000, 19, 4583-4588 61

A Zwitterionic Transition-Metal Complex: Platinumbloso-Borate Coordination Synthesis,
Structure, and DFT Calculations. 2000, 19, 4653-4656

1731 The aromatic character of magnesium porphyrins. 2000, 65, 5233-7 79

Vibrational Spectroscopic and NMR Properties of Hydrogen-Bonded Complexes: Do They Tell Us
the Same Thing?. 2000, 122, 4794-4797

1729 Theoretical Photoabsorption Spectra of CLOOCl and Cl20. 2000, 104, 7278-7283 31

Mechanisms of EPR Hyperfine Coupling in Transition Metal Complexes. 2000, 122, 11900-11913

A Theoretical Study of the Radiationless Decay Mechanism of Cyclic Alkenes in the Lowest Triplet

1727 state. 2000, 104, 5366-5373 11

Molecular properties from combined QM/MM methods. I. Analytical second derivative and
vibrational calculations. Journal of Chemical Physics, 2000, 112, 1133-1149

Mechanism and Stereochemistry of the Water-Exchange Reaction on Aqua Pentaammine and Aqua

1725 Pentakis-Methylamine Rhodium(lll) lons. 2000, 104, 6439-6446 10

Molecular Properties from Combined QM/MM Methods. 2. Chemical Shifts in Large Molecules.
2000, 104, 3721-3743

Density Functional Theory Study on the Aggregation and Dissociation Behavior of Lithium Chloride
1723 in THF and Its Interaction with the Active Centers of the Anionic Polymerization of Methyl 35
Methacrylate and Styrene. 2000, 33, 5686-5692

Binding Energies for Doubly-Charged lons M2+= Mg2+, Ca2+and Zn2+with the Ligands L = H20,
Acetone andN-methylacetamide in Complexes M forn= 1 to 7 from Gas Phase Equilibria
Determinations and Theoretical Calculations. 2000, 122, 10440-10449

1721 NMR SpinBpin Coupling Constants for Hydrogen Bonds of [F(HF)n]-, n = 1B, Clusters. 2000, 122, 1231-1232 82

Roles for Cyclopentenyl Cations in the Synthesis of Hydrocarbons from Methanol on Zeolite
Catalyst HZSM-5. 2000, 122, 4763-4775

Mechanism of the S-->N isomerization and aquation of the thiocyanato pentaammine cobalt(lll) ion.

1719 2000, 39, 944-52 10

Molecular lattice fragment of Lil. Crystal structure and ab initio calculations of [Lil(NEt3)]4. 2000,

39, 1534-7

35



CITATION REPORT

11 NB SpinBpin Coupling Constants [2hJ(15NA5N)] Across NH*N Hydrogen Bonds in Neutral
717 Complexes:[ITo What Extent Does the Bonding at the Nitrogens Influence2hJN-N?. 2000, 122, 10480-10481

Resonance Raman Spectroscopy as a Probe of the Bis(Ebxo)dicopper Core. 2000, 122, 792-802

4hJ(31PB1P) Coupling Constants through NH+M Hydrogen Bonds:[lJA Comparsion of Computed
1715 ab Initio and Experimental Data. 2000, 104, 7165-7166

An ab Initio Computational Study on the Reaction of Organotin Enolates: Comparison of Highly
Coordinated Tin Reagent with Noncoordinated Reagent. 2000, 122, 7549-7555

Noncovalent Interactions of Nucleic Acid Bases (Uracil, Thymine, and Adenine) with Alkali Metal

1713 |ons. Threshold Collision-Induced Dissociation and Theoretical Studies. 2000, 122, 8548-8558 200

On the Structure and Vibrational Spectrum of Tetrabromothiophene. 2000, 104, 8983-8988

A Remarkable Alteration in the Bonding Pattern: An HF and DFT Study of the Interactions between

1711 the Metal Cations and the Hoogsteen Hydrogen-Bonded G-Tetrad. 2000, 104, 6308-6313

100

A High-Resolution 170 and 29Si NMR Study of Zeolite Siliceous Ferrierite and ab Initio Calculations
of NMR Parameters. 2000, 122, 4948-4958

1709 Symmetry of Posner’s Cluster. 2000, 122, 8323-8324 51

Countercomplementarity and strong ferromagnetic coupling in a linear mixed mu-acetato,
mu-hydroxo trinuclear copper(ll) complex. Synthesis, structure, magnetic properties, EPR, and
theoretical studies. 2000, 39, 3608-14

Predicted NMR Coupling Constants Across Hydrogen Bonds: A Fingerprint for Specifying Hydrogen
1797 Bond Type?. 2000, 122, 3560-3561 o1

Mechanism of SN2 Alkylation Reactions of Lithium Organocuprate Clusters with Alkyl Halides and
Epoxides. Solvent Effects, BF3Effects, and Trans-Diaxial Epoxide Opening. 2000, 122, 7294-7307

1705 Fullerene C80: Are there still more isomers?. Journal of Chemical Physics, 2001, 114, 10362-10367 39 63

Copper(ll) complexes with 4-amino-N-[4,6-dimethyl-2-pyrimidinyl]benzenesulfonamide. Synthesis,
crystal structure, magnetic properties, EPR, and theoretical studies of a novel mixed
mu-carboxylato, NCN-bridged dinuclear copper compound. 2001, 40, 3089-96

Can Proton-Shared or lon-Pair NHEN Hydrogen Bonds Be Produced in Uncharged Complexes? A
1703 Systematic ab Initio Study of the Structures and Selected NMR and IR Properties of Complexes with 18
NHB Hydrogen Bonds. 2001, 105, 10906-10914

High level ab initio calculations of the optical gap of small silicon quantum dots. 2001, 87, 276402

1701 (V205)n Gas-Phase Clusters (n = 1l2) Compared to V205 Crystal: DFT Calculations. 2001, 105, 8588-8598 128

Theoretical Analysis of Bonding and Stereochemical Trends in Doubly Bridged Copper(l)@opper(l)

Dimers. 2001, 20, 1734-1742




(2001-2001)

An investigation of the structure of free-base porphycene by time-resolved electron nuclear double L
resonance and density functional theory on the photoexcited triplet state. 2001, 99, 1413-1420 7

Theoretical analysis of electronic absorption spectra of vitamin B12 models. Journal of Chemical
Physics, 2001, 115, 7522-7533

16 A quantitative description of the ground-state wave function of Cu(A) by X-ray absorption L
97 spectroscopy: comparison to plastocyanin and relevance to electron transfer. 2001, 123, 5757-67 39

Triple excitation effects in coupled-cluster calculations of indirect spinBpin coupling constants.
Journal of Chemical Physics, 2001, 115, 1619-1622

6 Prediction of electron paramagnetic resonance g values using coupled perturbed HartreeBock and
1995 KohnBham theory. Journal of Chemical Physics, 2001, 115, 11080-11096 39 495

Vibrational structure of titanium silicate catalysts. A spectroscopic and theoretical study. 2001, 123, 11409-19 318

16 Calculated and Experimental Geometries and Infrared Spectra of Metal Tris-Acetylacetonates: .
93 Vibrational Spectroscopy as a Probe of Molecular Structure for lonic Complexes. Part I. 2001, 105, 238-244 9

Understanding the Behavior of Halogens as Hydrogen Bond Acceptors. 2001, 1, 277-290

CO/MgO(001) at different CO coverages: a periodic ab initio HartreeBock and B3-LYP study. 2001,
479, 255-272 47

A detailed numerical study of the evolution of soot particle size distributions in laminar premixed
flames. 2001, 42, 635-45

2-Methyl-1-hexen-3-yne Lewis Base Stabilized fDiketonate Copper(l) Complexes:[IX-ray Structures,
Theoretical Study, and Low-Temperature Chemical Vapor Deposition of Copper Metal. 2001, 13, 3993-4004 43

What Parameters Determine NN and O Coupling Constants (2hJX-X) Across XH+X Hydrogen
Bonds?. 2001, 105, 930-934

Relating Environmental Effects and Structures, IR, and NMR Properties of Hydrogen-Bonded

Complexes: ClH:Pyridine. 2001, 105, 5442-5449 28

Vibrational Effects on the FB SpinBpin Coupling Constant (2hJF-F) in FHF- and FDF-. 2001, 105, 8399-8402

1685 Theoretical Studies on Solvent and Substituent Effects of Cuprate Conjugate Addition. 2001, 20, 5675-5681 37

Transition Metal Complexes with Sterically Demanding Ligands, 3.1 Synthetic Access to
Square-Planar Terdentate PyridineDiimine Rhodium(l) and Iridium(l) Methyl Complexes:
Successful Detour via Reactive Triflate and Methoxide Complexes. 2001, 20, 4345-4359

1683 Synthesis and Structure of Yttrium and Lanthanide Bis(phosphinimino)methanides. 2001, 20, 4230-4236 8o

Molecular and electronic structure of [Mn(V)N(cyclam-acetato)]PF6. A combined experimental and

DFT study. 2001, 40, 4191-8

37



CITATION REPORT

An ab Initio Study of Hydrogen Bonding Effects on the 15N and 1H Chemical Shielding Tensors in

1681 1o Watsonirick Base Pairs, 2001, 105, 1357-1365 23

Time-Dependent Density Functional Theory Calculations of Photoabsorption Spectra in the Vacuum
Ultraviolet Region. 2001, 105, 4953-4962

Proton Mobility in Chabazite, Faujasite, and ZSM-5 Zeolite Catalysts. Comparison Based on ab Initio

1679 Calculations. 2001, 105, 1603-1613 115

Computational Study of Extraframework Cu+ Sites in Ferrierite: Structure, Coordination, and
Photoluminescence Spectra. 2001, 105, 3510-3517

6 Acid-base chemistry of a carbenium ion in a zeolite under equilibrium conditions: verification of a
1977 theoretical explanation of carbenium ion stability. 2001, 123, 121-9 35

Magnetic-Shielding Calculations on Al42-and Analogues. A New Family of Aromatic Molecules?.
2001, 105, 9939-9944

Shaping the cavity of the macrocyclic ligand in metallocalix[4]arenes: the role of the ligand sphere.

1675 2001, 40, 6637-42 28

N6(2+) and N4(2+) dications and their n(12) and n(10) azido derivatives: DFT/GIAO-MP2 theoretical
studies. 2001, 123, 3308-10

16 Gas-Phase Chemistry of Bare V+ Cation with Oxygen and Water at Room Temperature: Formation
73 and Hydration of Vanadium Oxide Cations. 2001, 105, 4259-4271 70

g- and A-Tensor Calculations in the Zero-Order Approximation for Relativistic Effects of Ni
Complexes and Ni(CO)3H as Model Complexes for the Active Center of [NiFe]-Hydrogenase. 2001,
105, 416-425

1671 DFT Modeling of Chemical Vapor Deposition of GaN from Organogallium Precursors. 2. Structures °
7T of the Oligomers and Thermodynamics of the Association Processesl] 2001, 105, 3249-3258 4

Absorption and Fluorescence Excitation Spectra of 9-(N-carbazolyl)-anthracene:[Effects of

Intramolecular Vibrational Redistribution and Diabatic Transitions Involving Electron Transferf]

2001, 105, 2911-2924

1669 Ag(P4)2(+): the first homoleptic metal-phosphorus cation. 2001, 123, 4603-4 107

DFT study of the effect of sigma-ligands on the structure of ester enolates in THF, as models of the
active center in the anionic polymerization of methyl methacrylate. 2001, 123, 4932-7

Geometry, reduction potential, and reorganization energy of the binuclear Cu(A) site, studied by

1667 density functional theory. 2001, 123, 7866-76

86

Al(22)Cl(20).12L (L = THF, THP): the first polyhedral aluminum chlorides. 2001, 123, 9099-106

A theoretical study of the polarized neutron scattering from Cs3CoCl5. Journal of Chemical Physics,

1665 5001, 114, 2687-2697 39

Formation, isolation, spectroscopic properties, and calculated properties of some isomers of

C(60)H(36). 2001, 123, 8482-95

38



(2001-2001)

Exchange coupling in cyano-bridged homodinuclear Cu(ll) and Ni(ll) complexes: synthesis, structure,

1663 magnetism, and density functional theoretical study. 2001, 40, 5868-77 /72

The Effect of Alkylation of N- and O-Donor Atoms on Their Strength of Coordination to Silver(l).
2001, 105, 6567-6574

A Theoretical Study of Thymine and Uracil Tetrads: Structures, Properties, and Interactions with

1661 1o Monovalent K+ Cation. 2001, 105, 10366-10371 34

A Persistent Carbenium lon on the Methanol-to-Olefin Catalyst HSAPO-34: Acetone Shows the
Way. 2001, 105, 4317-4323

6 Applications of effective core potentials and density Functional theory to the spin states of iron
1659 porphyrin. 2001, 41, 22-9 14

DFT Modeling of Chemical Vapor Deposition of GaN from Organogallium Precursors. 1.
Thermodynamics of Elimination Reactions. 2001, 105, 3240-3248

16 Reparameterization of hybrid functionals based on energy differences of states of different
57 multiplicity. 2001, 107, 48-55

Density functional study of the exchange coupling in distorted cubane complexes containing the
Cu404 core. 2001, 20, 1323-1327

6 Density-optimized radial exponents for X-ray charge-density refinement from ab initio crystal
1055 calculations. 2001, 57, 272-82 74

Structure and reactivity of the vinylcyclopropane radical cation. 2001, 599, 95-116

1653 Calcium phosphate clusters. 2001, 22, 2921-9 74

Influence of the alkyl chain length on the excited-state properties of 4-dialkyl-benzonitriles. A
theoretical DFT/MRCI study. 2001, 84, 149-156

Steric contributions to CO binding in heme proteins: a density functional analysis of FeCO

vibrations and deformability. 2001, 05, 312-322 28

1651

A correlated ab initio study of Karplus relations for model peptides. 2001, 39, S183-S189

6 15N,15N spinBpin coupling constants across NEEN and NH+M hydrogen bonds: can
1649 coupling constants provide reliable estimates of NM distances in biomolecules?. 2001, 39, S109-S114 44

6-31G* basis set for third-row atoms. 2001, 22, 976-984

Photochemically Induced Siliconlarbon Bond Cleavage in a Dimethylsilyl-Bridged

1647 Dicyclopentadienyl Diruthenium Complex. 2001, 2001, 795-803 16

New Carbaalanes [[AlMe)8(CCH2Me)5(C?CMe) and the THF Adduct (AlMe)8(CCH2Me)5H2THF.

2001, 2001, 3059-3066

39



CITATION REPORT

Struktur und Dynamik des Wirt-Gast-Komplexes einer molekularen Pinzette: Synthese,

1645 Festkl Bper-NMR-Spektroskopie und quantenchemische Rechnungen. 2001, 113, 740-743 1

[Me2C(Fb-C5H4)2Ru2(CO)4]An Organometallic Thermo-Optical Switch. 2001, 113, 1971-1973

6 Ferromagnetic Coupling through Spin Polarization in a Dinuclear Copper(ll) Metallacyclophane. L
1543 2001, 113,3129-3132 3

Der Einfluss eines Ammoniakl Berschusses auf den Mechanismus der Reaktion von Bortrichlorid mit
Ammoniak [&ine Ab-initio-Molekl [dynamik-Untersuchung. 2001, 113, 3795-3797

Magnetische Wechselwirkungen als supramolekulare Funktion: Struktur und magnetische
Eigenschaften wasserstoffverbrlldkter zweikerniger Kupfer(ll)-Komplexe. 2001, 113, 4333-4336 13

Natriumtetra-tert-butylcyclopentaphosphanid [Bynthese, Struktur und unerwartete Bildung eines
Nickel(0)-tri-tert-butylcyclopentaphosphen-Komplexes. 2001, 113, 4345-4348

1,2-Bis(3-methyl-imidazolin-2-ylium iodobromoselenanide)ethane: Oxidative Addition of IBr at the

1639 ga Atom of a >C=Se Group. 2001, 113, 4359-4362 11

P5X2+ (X=Br, I), ein phosphorreiches bin[lFfes P-X-Kation mit einem C2v-symmetrischen P5-K[ Fig.
2001, 113, 4544-4547

6 The facile preparation of weakly coordinating anions: structure and characterisation of
1037 silverpolyfluoroalkoxyaluminates AgAl(ORF)4, calculation of the alkoxide ion affinity. 2001, 7, 490-502 395

Exchange coupling in carboxylato-bridged dinuclear copper(ll) compounds: a density functional
study. 2001, 7, 627-37

6 Stannaborate transition metal chemistry: ligand properties, reactivity, and density functional 5
35 theory calculations of platinum and palladium complexes. 2001, 7, 3025-32 9

Mechanistic aspects of the reaction between Br2 and chalcogenone donors (LE; E=S, Se):
competitive formation of 10-E-3, T-shaped 1:1 molecular adducts, charge-transfer adducts, and [
(LE)2]2+ dications. 2001, 7, 3122-33

16 Dinuclear diazene iron and ruthenium complexes as models for studying nitrogenase activity. 2001, o
33 7,5195-202 5

Structure and Dynamics of the Hostliuest Complex of a Molecular Tweezer: Coupling Synthesis,
Solid-State NMR, and Quantum-Chemical Calculations. 2001, 40, 717-720

1631 [Me]. 2001, 40, 1917-1919 24

Ferromagnetic Coupling through Spin Polarization in a Dinuclear Copper(ll) Metallacyclophane.
2001, 40, 3039-42

Magnetic Interactions as Supramolecular Function: Structure and Magnetic Properties of
Hydrogen-Bridged Dinuclear Copper(ll) Complexes. 2001, 40, 4207-4210

Sodium Tetra-tert-butylcyclopentaphosphanide: Synthesis, Structure, and Unexpected Formation

of a Nickel(0) Tri-tert-butylcyclopentaphosphene Complex. 2001, 40, 4217-4219

40



(2001-2001)

1,2-Bis(3-methyl-imidazolin-2-ylium iodobromoselenanide)ethane: Oxidative Addition of IBr at the

1627 ga Atom of a >C=Se Group. 2001, 40, 4229-4232 43

Calculation of frequency dependent optical rotation using density functional response theory.
2001, 339, 380-388

Calculations of hydrated titanium ion complexes: structure and influence of the first two

1625 coordination spheres. 2001, 342, 667-672

20

Vibrational averaging of NMR properties for an NHBI hydrogen bond. 2001, 346, 288-292

A theoretical approach to the single-source precursor concept: quantum chemical modeling of

1623 gas-phase reactions. 2001, 222, 170-182 23

Structure assignment in the solid state by the coupling of quantum chemical calculations with NMR
experiments: a columnar hexabenzocoronene derivative. 2001, 123, 2597-606

1621 Ab Initio Calculation of the Ground and Excited States of BrOl02001, 42, 490-493

Stereoselective conversion of 2H-1,4-oxazin-2-ones into 2,5,5-substituted
piperidine-2-carboxamides and 2-methanamines and related octahydro-2H-pyrido[1,2-a]pyrazines,
potential substance P antagonists. 2001, 57, 8971-8981

Molecular structures of gauche and anti conformers for oxalyl bromide: ab initio and DFT

1619 alculations. 2001, 333, 189-194 4

Nature of the metal?ligand bond in trivalent neodymium complexes with neutral Edonor ligands. A
theoretical study. 2001, 619, 24-30

Conformations of silicon-containing rings. Part 3. Relative conformational energies of alkylated
1617 1,3,5-trisilacyclohexanes as calculated from quantum chemical and molecular mechanics methods. 10
2001, 544, 61-68

What a difference a decade makes: progress in ab initio studies of the hydrogen bond. 2001, 573, 11-23

Effect of Ti insertion in the silicalite framework on the vibrational modes of the structure: an ab

1615 nitio, and vibrational study. 2001, 140, 195-208

11

Spectroscopic constants of Pb and Eka-lead compounds: comparison of different approaches. 2001, 325-355

Coupled cluster study of the X 20and O[2H electronic states of the HCGe radical: RennerTeller

1613 splitting and the effects of relativistic corrections. Journal of Chemical Physics, 2001, 115, 5932-5942 39 13

Ab initio investigation of the potential energy profiles for the gas phase CH4+02+(2[g) reaction
system. Journal of Chemical Physics, 2001, 114, 6119-6127

The infrared spectrum of the O?H?0 fragment of H[sub 5]O[sub 2][sup +]: Ab initio classical

1611 molecular dynamics and quantum 4D model calculations. Journal of Chemical Physics, 2001, 114, 240 39

107

Energy versus amplitude corrected coupled-cluster approaches. Il. Breaking the triple bond. Journal

of Chemical Physics, 2001, 115, 5774-5783

41



CITATION REPORT

Comparison of ab initio and density functional calculations of electric field gradients: The 57Fe

1609 nuclear quadrupole moment from MOBsbauer data. Journal of Chemical Physics, 2001, 115, 5913-5924 39 41

Impact of electronBlectron cusp on configuration interaction energies. Journal of Chemical Physics,
2001, 115, 1626-1634

Accurate core electron binding energy calculations using small 6-31G and TZV core hole optimized

1607 basis sets. Journal of Chemical Physics, 2002, 116, 3521-3532 39 35

Analytic second derivatives for the full coupled-cluster singles, doubles, and triples model: Nuclear
magnetic shielding constants for BH, HF, CO, N[sub 2], N[sub 2]0, and O[sub 3]. Journal of Chemical
Physics, 2002, 116, 4773

Fine theoretical spectroscopy using symmetry adapted cluster-configuration interaction general-R
1605 method: Outer- and inner-valence ionization spectra of CS2 and OCS. Journal of Chemical Physics, 39 31
2002, 117, 3248-3255

Efficient use of the correlation consistent basis sets in resolution of the identity MP2 calculations.
Journal of Chemical Physics, 2002, 116, 3175-3183

Efficient characterization of stationary points on potential energy surfaces. Journal of Chemical

1603 ppcics, 2002, 117, 9535-9538 39 233

Electronic structure of polyhedral carbon cages consisting of hexagons and triangles. 2002, 65,

1601 Quantum-chemical studies of metal oxides for photoelectrochemical applications. 2002, 41, 203-263 43

A Theoretical Study on the Structures and Spectra of Ni(ll) Aquo Azides, Thiocyanates and
Isothiocyanates. 2002, 55, 129-151

1599 2Aldnd 2AlEnergy Surfaces for the Sc + CO2 -> ScO + CO Reaction. 2002, 106, 9551-9557 39

Ab initio/GIAO-MP2-calculated structures and (11)B-(13)C NMR chemical shift relationship in
hypercoordinate onium-carbonium dications and isoelectronic onium-boronium cations. 2002, 99, 9635-8

Theoretical and experimental investigation of the effect of proton transfer on the (27)al MAS NMR
1597 line shapes of zeolite-adsorbate complexes: an independent measure of solid Acid strength. 2002, 54
124, 10868-74

Solvent Effects on Hydrogen BondsA Theoretical Study. 2002, 106, 1862-1871

The hexacoordinate silicate dianions mer-tris[glycolato(2-)-O(1),0(2)]silicate and L
1595 fac-tris[benzilato(2-)-O(1),0(2)]silicate: syntheses and structural characterization. 2002, 41, 3950-5 5

Ring, chain, and cluster compounds in the Cl-Ga-N-H system. 2002, 41, 738-47

L Modeling Copper(l) Complexes: SIBFA Molecular Mechanics versus ab Initio Energetics and
593 Geometrical Arrangements. 2002, 106, 5660-5670 33

Vanadium Insertion into CO2, CS2 and OCS: A Comparative Theoretical Study. 2002, 106, 4181-4186

42



(2002-2002)

1co1 Formation of cyclodimeric (sp(2)-C(1))-bridged Cp/-oxido ("CpC(1)O"M(IV)X(2)) group 4 metal L
59 Ziegler-Natta catalyst systems--how important is the "constrained geometry" effect?. 2002, 124, 3316-26 5

Synthesis, structure, and photophysical studies of luminescent two- and three-dimensional
gold-thallium supramolecular arrays. 2002, 41, 1056-63

1589 Superelectrophilic protio methyl- and protio dimethylmethyleniminium dications. 2002, 67, 8547-51 4

Exchange coupling of transition-metal ions through hydrogen bonding: a theoretical investigation.
2002, 124, 5197-205

18 Mechanism of C[bond]H bond activation/C[bond]C bond formation reaction between diazo ;
597 compound and alkane catalyzed by dirhodium tetracarboxylate. 2002, 124, 7181-92 315

The spin distribution in low-spin iron porphyrins. 2002, 124, 11771-80

3 Spin densities in a ferromagnetic bimetallic chain compound: polarized neutron diffraction and DFT
1595 calculations. 2002, 124, 14433-41 34

Isomorphous Substitution of Mn(ll) into Aluminophosphate Zeotypes: A Combined High-Field
ENDOR and DFT Study. 2002, 106, 7509-7519

1583 Exchange coupling in halo-bridged dinuclear Cu(ll) compounds: a density functional study. 2002, 41, 3769-78 114

Enzymatic Reactions of Triosephosphate Isomerase: A Theoretical Calibration Study. 2002, 106, 1758-1767

To What Extent Do External Fields and Vibrational and Isotopic Effects Influence NMR Coupling
1581 Constants Across Hydrogen Bonds? Two-Bond CIN SpinBpin Coupling Constants (2hJCI-N) in 25
Model CIH:NH3Complexes. 2002, 106, 5385-5392

Vibrational Analysis of Methylcobalamin. 2002, 106, 1365-1373

L Dianionic complexes with hexacoordinate silicon(lV) or germanium(lV) and three bidentate ligands 5
579 ofthe hydroximato(2-) type: syntheses and structural characterization in the solid state. 2002, 41, 3901-8 2

Structure ofcis,trans-1,4-Difluorobutadiene from Microwave Spectroscopy. 2002, 106, 4230-4235

(3h)J((15)N-(31)P) spin-spin coupling constants across N[bond]H....O[bond]P hydrogen bonds. 2002,
1577 124, 6393-7 29

Conformations of silicon-containing rings. 5. Conformational properties of
1-methyl-1-silacyclohexane: gas electron diffraction, low-temperature NMR, and quantum chemical
calculations. 2002, 67, 3827-31

ONIOM Study of Ring Opening and Metal Insertion Reactions with Derivatives of C60: Role of

1575 Aromaticity in the Opening Process. 2002, 106, 680-688 26

Ab Initio Study of the Geometries and Vibrational Properties of the Low-Lying Electronic States of

Neutral and Anionic M3 (M = P, As, Sb, and Bi): The Photoelectron Spectroscopy of the Anions.
2002, 106, 5177-5187

43



CITATION REPORT

1573 Density Functional Theory Analysis of Nickel Octaethylporphyrin Ruffling. 2002, 106, 170-175 32

Spectroscopic constants of MH and M2 (M=Tl, E113, Bi, E115): Direct comparisons of four- and
two-component approaches in the framework of relativistic density functional theory. Journal of
Chemical Physics, 2002, 116, 3626-3634

1571 Oxygen-transfer reactions between 3d transition metals and N(2)O and NO(2). 2002, 124, 4058-67 51

Comparison of Multireference Ml |lerBlesset Theory and Time-Dependent Methods for the
Calculation of Vertical Excitation Energies of Moleculesl] 2002, 106, 6844-6850

6 Further Theoretical Evidence for the Exceptionally Strong Ferromagnetic Coupling in Oxo-Bridged
1559 cu(iny Dinuclear Complexes. 2002, 106, 4938-4941 47

Absolute configuration of D(2)-symmetric fullerene C(84). 2002, 124, 3804-5

Atomic and molecular electron affinities: photoelectron experiments and theoretical

1567 computations. 2002, 102, 231-82 1063

On the NO Decomposition by CuZSM-5 through the ZCu(NO2)(NO) or ZCu(N203) Intermediates.
2002, 106, 1372-1379

156 Mechanism of the six-electron reduction of nitrite to ammonia by cytochrome c nitrite reductase.
595 2002, 124, 11737-45

In vitro biotransformation of (R)- and (S)-thalidomide: application of circular dichroism
spectroscopy to the stereochemical characterization of the hydroxylated metabolites. 2002, 74, 3726-35

156 Extension of the Karplus Relationship for NMR SpinBpin Coupling Constants to Nonplanar Ring
563 Systems: Pseudorotation of Cyclopentane. 2002, 106, 657-667 59

Tuning the electronic structure of octahedral iron complexes [FeL(X)] (L =
1-alkyl-4,7-bis(4-tert-butyl-2-mercaptobenzyl)-1,4,7-triazacyclononane, X = Cl, CH(3)O, CN, NO). The
S =1/2 3/2 Spin equilibrium of [FeL(Pr)(NO)]. 2002, 41, 3444-56

161 New oxamidato-bridged Cu(ll)-Ni(ll) complexes: supramolecular structures with thiocyanate ligands
5 and hydrogen bonds. Magnetostructural studies: DFT calculations. 2002, 41, 6780-9 49

Assertion and validation of the performance of the B3LYP? functional for the First transition metal

row and the G2 test set. Journal of Chemical Physics, 2002, 117, 4729-4737

Quantum Monte Carlo calculations of nanostructure optical gaps: application to silicon quantum

1559 dots. 2002, 89, 196803 188

Computational study of the dissociation of HX acids (X=F, Cl, Br, I) in water clusters. Journal of
Chemical Physics, 2002, 117, 3160-3168

Theoretical studies of ligand-free cadmium selenide and related semiconductor clusters. Journal of 6
557 Cchemical Physics, 2002, 116, 1585-1597 39 9

The electronic states of Fe2S2[l0/+/2+. Journal of Chemical Physics, 2002, 116, 617-628

44



(2002-2002)

Structure and thermochemistry of Fe2S2[l0/+ gas phase clusters and their fragments. B3LYP
calculations. 2002, 4, 5234-5243 45

One-Bond (1dJH-H) and Three-Bond (3dJX-M) SpinBpin Coupling Constants Across XH*HM
Dihydrogen Bonds. 2002, 106, 9331-9337

L Correlated ab initio study of nucleic acid bases and their tautomers in the gas phase, in a L
553 microhydrated environment and in aqueous solution. 2002, 4, 4192-4203 75

Validation study of meta-GGA functionals and of a model exchangedorrelation potential in density
functional calculations of EPR parameters. 2002, 4, 5467-5474

1551 Computational study of [10]annulene NMR spectra. 2002, 4, 2809-11 40

Theoretical Study of Adsorption Sites on the (001) Surfaces of 1:1 Clay Minerals. 2002, 18, 139-147

Origin of Na+/K+Selectivity of the Guanine Tetraplexes in Water:[IThe Theoretical Rationale. 2002,
1549 106, 529-532 90

From Molecules to Supermolecules: A Theoretical Approach. 2002, 293-317

The Process of Mn(ll) Incorporation into Aluminophosphate Zeotypes through High-Field ENDOR

1547 Spectroscopy and DFT Calculations. 2002, 106, 9086-9097 22

Spectroscopic and computational studies on [(PhTt(tBu))2Ni2(mu-0)2]: nature of the bis-mu-oxo
(Ni3+)2 diamond core. 2002, 124, 13842-55

Translational proton motion in zeolite H-ZSM-5. Energy barriers and jump rates from DFT 6
1545 calculations. 2002, 4, 5207-5216 4

Quantum Chemical Investigation of Initial Reactions between the Molecular Precursor TADB and
Ammonia. 1. Gas-Phase Reactions. 2002, 106, 4205-4216

Extending the coordination chemistry of molecular P(4)S(3): the polymeric Ag(P(4)S(3))(+) and
1543 Ag(P(4)S(3))(2)(+) cations. 2002, 124, 7111-6 57

Vectorization of Direct Fock Matrix Construction in DIRAC-DHF Calculations. 2002, 39, 195-199

1541 HgH4 and HgHé6: further candidates for high-valent mercury compounds. 2002, 1728-9 22

Hydrogen bonding and perhalometallate ions: a supramolecular synthetic strategy for new
inorganic materials. 2002, 99, 4956-61

L Outer- and inner-valence ionization spectra of NH3, PH3, and AsH3: symmetry-adapted cluster L
539 configuration interaction general-R study. Journal of Chemical Physics, 2002, 116, 1934-1943 39 9

Calculation of nuclear magnetic shieldings. XV. Ab initio zeroth-order regular approximation

method. Journal of Chemical Physics, 2002, 117, 7836-7844

45



CITATION REPORT

Electron affinities, molecular structures, and thermochemistry of the fluorine, chlorine and

1537 bromine substituted methyl radicals. 2002, 100, 3615-3648 12

Change in electron and spin density upon electron transfer to haem. 2002, 1553, 183-7

Studies of structures and properties of polymeric systems containing
1535 bis-(hydroxy-arylidene)alkanones as NLO-active chromophores. 2002, 303, 237-245 9

Electronic Interactions in (Fb-Arene) Ferracarboranes1. 2002, 21, 4129-4137

Comparison of ab Initio and DFT Methods for Studying Chain Propagation and Chain Termination
1533 Processes with Group 4 Polymerization Catalysts. 1. The ansa-Bis(cyclopentadienyl)zirconium 47
Catalyst. 2002, 21, 4939-4949

Reactions of P4 and 12 with Ag[AL(OC(CF3)3)4]: from elusive polyphosphorus cations to subvalent
P3I6+ and phosphorus rich P512+. 2002, 500

et Intramolecular hydrogen bond and proton transfer in 3-(2-benzimidazolylthio)-2,4-pentanedione.
53 Crystallographic evidence and theoretical calculations. 2002, 217, 217-222 3

Ab Initio Calculations of Co Shielding in Model Complexes. 2002, 3, 873-887

1529 Theoretical study of two possible occupation sites for tritium atoms in lithium titanate. 2002, 580, 101-105 8

Synthese, Kristallstrukturen und quantenchemische Untersuchung von Verbindungen mit
leiterartigem Al4P4- und hexagonal prismatischem Al6P6-GrundgerllEt. 2002, 628, 389-393

1527 Neue Calix[4]aren-Komplexe des vierwertigen Molybd[lBs. 2002, 628, 2345-2352 5

Theoretical Investigation of Binary and Ternary Metal Clusters derived from [Y10M]n[Zintl lons.
2002, 628, 2478-2482

L As[P(NMe2)3]2+ als simultane Asl- und PI-Quelle: Synthese und Dichtefunktionalrechnungen ;
29 planar-tetrakoordinierter Arsonium- und Phosphoniumionen. 2002, 114, 467-470 4

Synthese enantiomerenangereicherter 5-Alkyliden-2-cyclopentenone aus chiralen
Allenylcarbamaten [Erzeugung chiraler Lithiumallenolate und allylische Aktivierung flddie
konrotatorische 4fElektrocyclisierung. 2002, 114, 1610-1612

Superweak complexes of tetrahedral P4 molecules with the silver cation of weakly coordinating
523 anions. 2002, 8, 700-11 93

The first enantiomerically pure [n]triangulanes and analogues: sigma-[n]helicenes with remarkable
features. 2002, 8, 828-42

1521 Approaching the gas-phase structures of [AgS8]+ and [AgS16]+ in the solid state. 2002, 8, 3386-401 73

As[P(NMe(2))(3)](2)(+) as simultaneous As(l) and P(l) source: synthesis and density function

calculations of planar tetracoordinate arsonium and phosphonium ions. 2002, 41, 450-3

46



(2002-2002)

Synthesis of enantioenriched 5-alkylidene-2-cyclopentenones from chiral allenyl carbamates:
1519 generation of a chiral lithium allenolate and allylic activation for a conrotatory 35
4pi-electrocyclization. 2002, 41, 1532-5

The Coordination of Cull in Zeolites [Structure and Spectroscopic Properties. 2002, 2002, 515-530

Strong Ferromagnetic Coupling in Linear Mixed EAcetato, EHydroxo Trinuclear Copper(ll)
1517 Complexes with N-sulfonamide derivatives [bynthesis, Structure, EPR and Magnetic Properties. 57
2002, 2002, 2094-2102

Chalcogen-Bridged Copper Clusters. 2002, 2002, 279-317

The Synthesis and Configurational Stability of Enantioenriched Brhioallyllithium Compounds and

1515 the Stereochemical Course of Their Electrophilic Substitution. 2002, 2002, 2970-2988 18

Molecules for materials: structures, thermochemistry, and electron affinities of the digermanium
fluorides Ge2Fn/Ge2Fn- (n = 1-6): a wealth of unusual structures. 2002, 3, 179-94

1513 Energetics of the ligated vanadium dications VO2+, VOH2+, and [V,0,H2]2+. 2002, 3, 584-91 35

Was darf der Verfahrensingenieur von COSMO-RS erwarten?. 2002, 74, 85-89

Interpreting 2hJ(F,N), 1hJ(H,N) and 1J(F,H) in the hydrogen-bonded FHHbollidine complex. 2002,

5T 40, 767-771 49

Ab initio calculations for the optical rotations of conformationally flexible molecules: a case study
on six-, seven-, and eight-membered fluorinated cycloalkanol esters. 2002, 14, 793-7

The Transition Metal Complex (e5-C5H5)Fe(CO)2Clin Its Neutral, Anionic, and Cationic
1509 StatesDensity Functional Theory Calculations and Mass Spectroscopical Investigations. 2002, 211, 58-64

=

A study of a moleculartweezer host-guest system by a combination of quantum-chemical
calculations and solid-state NMR experiments. 2002, 22, 128-53

Spin densities in two-component relativistic density functional calculations: noncollinear versus 121
1597 collinear approach. 2002, 23, 779-85 3
Molecules for materials: germanium hydride neutrals and anions. Molecular structures, electron
affinities, and thermochemistry of GeHn/GeHn- (n = 0-4) and Ge2Hn/Ge2Hn(-) (n = 0-6). 2002, 23, 1642-55

1505 Software news and updates. Basis-set completeness profiles in two dimensions. 2002, 23, 420-5 9

Ga19(C(SiMe3)3)6las a precursor for pure and silicon-doped gallium clusters: a mass spectrometric
study of a Ga13[bnd a Ga12Sildnion. 2002, 214, 383-395

1503 The axial N -base has minor influence on Coll bond cleavage in cobalamins. 2002, 585, 239-255 60

A theoretical study of potassium cation-glycine (K+-Gly) interactions. 2002, 588, 9-16

47



CITATION REPORT

Synthesis, structure and bonding situation of [(dcpe)Pt(InCp*)2] and
1501 {(dcpe)Pt[GaC(SiMe3)3]2}Ewo novel examples of platinum complexes of low valent Group 13 35
metal species. 2002, 21, 535-542

Electronic transport through single conjugated molecules. 2002, 281, 113-125

L From "parasitic" association reactions toward the stoichiometry controlled gas phase synthesis of
499 nanoparticles: a theoretically driven challenge for experimentalists. 2002, 2, 319-38 25

Relationship between the energy of donorBcceptor bond and the reorganization energy in
molecular complexes. 2002, 88, 436-440

1497 Mutual conversion of three flavors of Gaussian type orbitals. 2002, 90, 227-243 9

[2+1] Cycloaddition reaction of bis(iodozincio)methane with 1,2-diketones: face-to-face complex of
bis(iodozincio)methane and 1,2-diketones as a reaction intermediate. 2002, 58, 8255-8262

1495 Calculations of NMR shieldings in polyfluoro-1-lithioethenes. 2002, 116, 121-127 10

Structure and protonation of some indolizine derivatives studied by ab initio MO calculations. 2002,
605, 33-39

1493 15N NMR shielding tensors in bent nitrosyl complexes of cobalt. 2002, 602-603, 347-356

Structureproperty relationships in phosphole oligomers: a theoretical insight. 2002, 643-644, 194-201

1101 Quantum-chemical DFT calculations to interpret the effect of lithium butoxide additives on the
49T anionic polymerization of styrene in polar solvents. 2002, 43, 5797-5805

Prediction and interpretation of the 57Fe isomer shift in M Bsbauer spectra by density functional
theory. 2002, 337, 181-192

1489 A novel motif of the cytosine tetrad: a theoretical study. 2002, 351, 403-409 4

An improved method for density functional calculations of the frequency-dependent optical
rotation. 2002, 361, 321-328

Efficient use of the resolution of the identity approximation in time-dependent density functional

1487 calculations with hybrid density functionals. 2002, 362, 170-178 161

An efficient implementation of second analytical derivatives for density functional methods. 2002,
362,511-518

1485 Are dispersive forces relevant for CO adsorption on the MgO(001) surface?. 2002, 366, 683-690 50

Interactions between Thiol Molecular Linkers and the Au13 Nanoparticle. 2002, 106, 5931-5937

48



(2003-2002)

148 Displacement of H3CB(C6F5)3- Anions from Zirconocene Methyl Cations by Neutral Ligand ,
43 Molecules: Equilibria, Kinetics, and Mechanisms. 2002, 21, 473-483 7

Adiabatic time-dependent density functional methods for excited state properties. Journal of
Chemical Physics, 2002, 117, 7433-7447

Analysis and interpretation of metal-radical coupling in a series of square planar nickel complexes:
1481 correlated Ab initio and density functional investigation of [Ni(L(ISQ))(2)] 264
(L(ISQ)=3,5-di-tert-butyl-o-diiminobenzosemiquinonate(1-)). 2003, 125, 10997-1005

Reaction pathways of the Simmons-Smith reaction. 2003, 125, 2341-50

Modelling spin-forbidden reactions: recombination of carbon monoxide with iron tetracarbonyl.
1479 2003, 124, 129-43; discussion 145-53, 453-5 140
Gaussian basis sets of quadruple zeta valence quality for atoms HEr. Journal of Chemical Physics,
2003, 119, 12753-12762

L Polarization consistent basis sets. IV. The basis set convergence of equilibrium geometries, 3
477 harmonic vibrational frequencies, and intensities. Journal of Chemical Physics, 2003, 118, 2459 39 7

What determines the sign of the Fermi-contact contribution to the NMR spinBpin coupling
constant?. 2003, 382, 100-105

1475 Metal binding to Bacillus subtilis ferrochelatase and interaction between metal sites. 2003, 8, 452-8 43

Isophorone diisocyanate in blocking agent free polyurethane powder coating hardeners: analysis,
selectivity, quantumchemical calculations. 2003, 48, 201-206

L Theoretical studies on structures and reactivities of organocuprate(l) and organocopper(lll) species. 5
473 2003, 24, 1401-9 4

About the calculation of exchange coupling constants in polynuclear transition metal complexes.
2003, 24, 982-9

An improvement of the resolution of the identity approximation for the formation of the Coulomb

1471 matrix. 2003, 24, 1740-7 614

Adsorption of organic substances on broken clay surfaces: a quantum chemical study. 2003, 24, 1853-63

NIR Dyes Based on [M(R,R?timdt)2] Metal-Dithiolenes: Additivity of M, R, and R? Contributions To
1469 Tune the NIR Absorption (M = Ni, Pd, Pt; R,R?timdt = Monoreduced Form of Disubstituted 24
Imidazolidine-2,4,5-trithione). 2003, 2003, 1939-1947

Neutral and Cationic [Bis(k-amidosilyl)-kb-cyclopentadienyl]titanium and -zirconium Complexes:
Synthesis, X-ray Molecular Structures and DFT Calculations. 2003, 2003, 2463-2474

6 A Facile Synthesis of a Push-Pull Mixed-Ligand Pd-Dithiolene Complex Containing the Et2timdt
1467 Ligand (Et2timdt = Monoreduced Diethylimidazolidine-2,4,5-trithione). 2003, 2003, 1291-1295

An Unusual Bonding Situation in a Novel Aul-Phosphido Complex with a Planar Au3P3 Framework.

2003, 2003, 1518-2522

49



CITATION REPORT

Structures of Carbonato and Bicarbonato Complexes of Bis(1,10-phenanthroline)Zinc(ll):

1465 £y periment and Theory. 2003, 2003, 1562-1569 12

Vibrational spectroscopic investigations and density functional theory calculations on
trans-diaquabis(picolinato)zinc(ll) dihydrate complex. 2003, 34, 276-281

6 Orthoesters versus 2-O-acyl glycosides as glycosyl donors: theorectical and experimental studies.
1493 2003, 9, 4687-92 39

Comparison of the chemical properties of iron and cobalt porphyrins and corrins. 2003, 4, 413-24

Metal-stabilized rare tautomers: N4 metalated cytosine (M = Li+, Na+, K+, Rb+ and Cs+), theoretical

1461\ iaws. 2003, 17, 635-640 5

Spin-forbidden N20O dissociation in CuBSM-5. 2003, 368, 242-246

L Effect of halogen displacements on the exchange coupling in methyloxo-bridged binuclear copper
459 (1) complexes: a density Functional study. 2003, 370, 170-179 5

The KohnBham treatment of anions via the localized HartreeBock method. 2003, 372, 538-547

1457 Magnetic field dependence of nuclear magnetic shielding in closed-shell atomic systems. 2003, 372, 750-757 22

Density functional studies of [(alkoxy-carbonyl)methyl]cobalt tricarbonyl triphenylphosphine
complexes: an Eester BB-coordination. 2003, 344, 158-168

L 13C NMR studies on the structure of 5H- and 6H-indolo-[2,3-b]quinolines and the related
455 compounds. 2003, 661-662, 209-218

Influence of Ecomplexing agents on the anionic polymerization of styrene with lithium as
counterion in cyclohexane. 2. Quantum-chemical density functional theory calculations. 2003, 44, 6457-6463

Theoretical study of the chemisorption of CO on bimetallic RhCu surfaces and nanoparticles. 2003,
1453 531,39-52 24

A theoretical investigation of occupation sites for tritium atoms in lithium titanate. 2003, 621, 107-112

1451 Calculation of ring-current susceptibilities for potentially homoaromatic hydrocarbons. 2003, 633, 123-136 20

Monte Carlo simulation of CuCl2 in 18.6% aqueous ammonia solution. 2003, 291, 153-159

Density functional and ab initio study of the tautomeric forms of 3-acetyl tetronic and 3-acetyl

1449 tetramic acids. 2003, 293, 355-363 16

Calculated and experimental geometries and infrared spectra of metal tris-acetylacetonates:

vibrational spectroscopy as a probe of molecular structure for ionic complexes. Part Il. 2003, 59, 363-77

50



(2003-2003)

L NMR Spectroscopic and quantum chemical characterization of the (E )land (Z )isomers of the
447 penta-1,3-dienyl-2-cation. 2003, 16, 577-581 33

Density Functional Theory Calculations of the Electron Paramagnetic Resonance Parameters for
VO2+ Complexes. 2003, 107, 1872-1878

Mechanism of Ethene Trimerization at an ansa-(Arene)(cyclopentadienyl) Titanium Fragment. 2003,

1445 22 2564-2570 119

DFT Study of Solvent Coordination Effects on Titanium-Based Epoxidation Catalysts. Part One:
Formation of the Titanium Hydroperoxo Intermediate. 2003, 107, 4080-4089

1443 Animproved 6-31G* basis set for first-row transition metals. Journal of Chemical Physics, 2003, 118, 7775:6782 137

A spectroscopy oriented configuration interaction procedure. Journal of Chemical Physics, 2003,
119, 9428-9443

LAd1 A mode-selective quantum chemical method for tracking molecular vibrations applied to
44T fyunctionalized carbon nanotubes. Journal of Chemical Physics, 2003, 118, 1634-1641 39 94

Noninnocence of the ligand glyoxal-bis(2-mercaptoanil). The electronic structures of [Fe(gma)]2,
[Fe(gma)(py)] x py, [Fe(gma)(CN)]1-/0, [Fe(gma)l], and [Fe(gma)(PR3)(n)] (n = 1, 2). Experimental and
theoretical evidence for "excited state" coordination. 2003, 125, 1293-308

L Identification of Cu(ll) coordination structures in Cu-ZSM-5, based on a DFT/ab initio assignment of
439 the EPR spectra. 2003, 5, 2135

Quantum Chemical Calculation of Excited States of Flavin-Related Molecules. 2003, 107, 140-147

Neutral Cobalt@arbonyl Bond Energy by Combined Threshold Photoelectron Photoion

1437 Coincidence and He(l) Photoelectron Spectroscopy. 2003, 107, 9486-9490 20

First Principles Calculations of the Absorption Spectrum of Si29H36. 2003, 3, 847-849

Synthesis, crystal structure, magnetic properties, and theoretical studies of
1435 [(Cu(mepirizole)Br)2(mu-OH)(mu-pz)] 38
(mepirizole=4-methoxy-2-(5-methoxy-3-methyl-1H-pyrazol-1-yl)-6-methylpyrimidine;

Magnetic properties of cationic tungsten(IV) half sandwich compounds: experimental andr
theoretical study of a solvent and ligand stabilized singlet ground state leading to a thermally

induced singlet-triplet spin state interconversion. 2003, 125, 7664-77

Density Functional Theory Calculations of Nitrogen Hyperfine and Quadrupole Coupling Constants
1433 in Oxovanadium(lV) Complexes. 2003, 107, 4735-4740

10

Metal Cluster Support Interactions in the Cu/ZnO System: A QM/MM Study. 2003, 107, 7045-7057

1431 Stable mechanistically-relevant aromatic-based carbenium ions in zeolite catalysts. 2003, 125, 2136-41 8o

Two-Bond 15Nf9F SpinBpin Coupling Constants (2hJN-F) across NH+...F Hydrogen Bonds. 2003,

107, 3126-3131

51



CITATION REPORT

14> Quantum-Chemical Study of Structure and Activity of Chain Ends in Metal-Free Anionic L
429 Polymerization of Methacrylates. 2003, 36, 3374-3379 9

Stability of the gold(i)-phosphine bond. A comparison with other group 11 elements. 2003, 42, 1334-42

Sila-Analogues of High-Affinity, Selective [Ligands of the Spiro[indane-1,4tpiperidine] Type: 6
1427 Syntheses, Structures, and Pharmacological Properties. 2003, 22, 916-924 4

Two-Bond 19FfI5N SpinBpin Coupling Constants (2hJF-N) across FH+*N Hydrogen Bonds. 2003,
107, 3121-3125

1425 Mechanism of chromyl chloride epoxidation. 2003, 125, 11188-9 10

Metal Insertion Route of the Ni + CO2 -> NiO + CO Reaction. 2003, 107, 6708-6713

1423 Mixed-valent [FelV(mu-O)(mu-carboxylato)2Felll]3+ core. 2003, 125, 15554-70 75

Fascinating transformations of donor-acceptor complexes of group 13 metal (Al, Ga, In) derivatives
with nitriles and isonitriles: from monomeric cyanides to rings and cages. 2003, 125, 9998-10011

Spectroscopic and computational studies of Co3+-corrinoids: spectral and electronic properties of

the B12 cofactors and biologically relevant precursors. 2003, 125, 5897-914 108

1421

Bonding of atomic phosphorus to polycyclic hydrocarbons and curved graphitic surfaces. 2003, 125, 2301-6

a1 New Zwitterionic Spirocyclic BSi-Silicates with an SiX4C Skeleton (X = S, O) Containing Two Ligands 5
419 of the Dithiolato(2)lor Diolato(2)iType: Synthesis, Structure, and Bonding Situation§. 2003, 22, 4104-4110 4

Cationlnteractions: A Theoretical Investigation of the Interaction of Metallic and Organic
Cations with Alkenes, Arenes, and Heteroarenes. 2003, 107, 1228-1238

1417 170 NMR Chemical Shifts of Polyoxides in Gas Phase and in Solution. 2003, 107, 8737-8745 31

1H,1H,2H,2H-perfluoroalkyl-functionalization of Ni(ll), Pd(ll), and Pt(ll) mono- and diphosphine
complexes: minimizing the electronic consequences for the metal center. 2003, 42, 2115-24

AT Transition Metal Mediated Epoxidation as Test Case for the Performance of Different Density
415 Functionals: A Computational Study. 2003, 107, 5466-5471 45

Mechanism of chromyl chloride alkane oxidation. 2003, 125, 13956-7

The Arsenic Fluorides AsFn (n = 1B) and Their Anions: Structures, Thermochemistry, and Electron
1413 Affinities. 2003, 107, 258-266 30

Calculations of Site-Specific CO Stretching Frequencies for Copper Carbonyls with the Near

Spectroscopic Accuracytl CO Interaction with Cu+/MFI. 2003, 107, 10381-10388

52



(2003-2003)

Luminescent nido-carborane-diphosphine anions [(PR2)2C2B9H10](-) (R = Ph, (i)Pr). Modification of

1411 their luminescence properties upon formation of three-coordinate gold(l) complexes. 2003, 42, 2061-8 61

Complexes of guanidinium ion (NH2)3C+ with super Lewis acidic XH4+(X = B and Al): comparison
with XH3 complexes and protonated and methylated guanidinium dications. 2003, 42, 8059-64

Formation of a Chelate Bis(phosphino)[3]ferrocenophane Ligand and Its Use in Palladium-Catalyzed L
1409 Alternating CO/Ethene Copolymerization. 2003, 22, 2226-2232 5

Metal ion enhanced binding of AMD3100 to Asp262 in the CXCR4 receptor. 2003, 42, 710-7

Infrared Spectra of Nickel Octaethylporphyrin and Its Isotopomers Computed via Density

1497 Functional TheoryBcaled Quantum Mechanical (DFTEQM) Method. 2003, 107, 4165-4171 12

Structure and Stability of MO, M = First-Transition-Row Metal: An Application of Density
Functional Theory and Topological Approaches. 2003, 107, 4506-4514

1405 Quantum chemistry can locally improve protein crystal structures. 2003, 125, 14232-3 112

Theoretical study of the magnetic behavior of hexanuclear Cu(ll) and Ni(ll) polysiloxanolato
complexes. 2003, 125, 6791-4

"True" inorganic heterocycles: structures and stability of group 13-15 analogues of benzene and
1493 their dimers. 2003, 42, 60-9 53

Alkali and alkaline earth metal compounds: corellalence basis sets and importance of subvalence
correlation. 2003, 101, 1345-1361

1401 lonization energy of KOH and the dissociation energies of KOH and KOH+. 2003, 101, 405-412 7

A novel hexanuclear mixed oxidation state Cu(ll)(4)Cu(l)(2) cluster complex exhibiting weak
ferromagnetic exchange. 2003, 42, 1107-11

L Fast evaluation of the Coulomb potential for electron densities using multipole accelerated 5
399 resolution of identity approximation. Journal of Chemical Physics, 2003, 118, 9136-9148 39 73

Band structure engineering of a molecular wire system composed of
dimercaptoacetoamidobenzene, its derivatives, and gold clusters. 2003, 27, 166-174

1397 (2)-1-Aryl-1-haloalkenes as intermediates in the Vilsmeier haloformylation of aryl ketones. 2003, 5, 3387-90 26

Density-Functional Theory Calculations of Aqueous Redox Potentials of Fourth-Period Transition
Metals. 2003, 107, 9997-10003

1395 Theoretical Prediction of the Coll Bond Strength in Cobalamins. 2003, 107, 7539-7545 153

Two-Bond 13CA5N SpinBpin Coupling Constants (2hJC-N) Across CHM Hydrogen Bondsll 2003,

107, 3222-3227

53



CITATION REPORT

L Influence of Stacking Interactions on NMR Chemical Shielding Tensors in Benzene and Formamide ;
393 Homodimers as Studied by HF, DFT and MP2 Calculations. 2003, 107, 3952-3959 4

Chemistry of zwitterionic penta-coordinate silicon compounds of the
(ammoniomethyl)bis[glycolato(2?)-O1,02]silicate type in aqueous and nonaqueous solution. 2003,
81,1315-1325

Characterization of the Cu+Sites in High-Silica Zeolites Interacting with the CO Molecule:ll
1391 combined Computational and Experimental Study. 2003, 107, 2327-2332

Systematic Investigation of Modern Quantum Chemical Methods to Predict Electronic Circular
Dichroism Spectra. 2003, 107, 2524-2539

1389 Electronic effects in (salen)Mn-based epoxidation catalysts. 2003, 68, 6202-7 84

Theoretical study of the TiC molecule: clarification of the ground state. 2003, 101, 111-116

3 Computational study of the spin-forbidden H2 oxidative addition to 16-electron Fe(0) complexes.
13°7 2003, 4100-4106 34

Coordination of alkali metal ions in ZSM-5: A combined quantum mechanics/interatomic potential
function study. 2003, 5, 3311-3317

1385 Theoretical Investigation of the Reactivity of Copper Atoms with Carbon Disulfide. 2003, 107, 2711-2715 13

Assessment of density functional methods for nuclear magnetic resonance shielding calculations.
Journal of Chemical Physics, 2003, 119, 1350-1357

Gaussian-type functions for the 3d Rydberg and 3d correlation orbitals in B to Ne and Al to Ar. 2003
1383 101, 53-63

Quasirelativistic theory for magnetic shielding constants. Il. Gauge-including atomic orbitals and
applications to molecules. Journal of Chemical Physics, 2003, 118, 1027-1035

1381 |l PROPERTIES OF COMPLEX SYSTEMS. 2003, 101, 211-225 11

Efficient calculation of electron paramagnetic resonance g-tensors by multireference configuration
interaction sum-over-state expansions, using the atomic mean-field spindrbit method. Journal of
Chemical Physics, 2003, 118, 9552-9562

Ground-state potential energy curves of LiHg, NaHg, and KHg revisited. Journal of Chemical Physics,
1379 2003, 119, 9008-9020 39

Theoretical investigation on the valence ionization spectra of Cl20, CIOOC|, and F20 by
correlation-based configuration interaction methods. Journal of Chemical Physics, 2003, 118, 5811-5820 39

Quantitative prediction of gas-phase 13C nuclear magnetic shielding constants. Journal of Chemical

1377 physics, 2003, 118, 10407-10417 229

Extended ab initio quantum mechanical/molecular mechanical molecular dynamics simulations of

hydrated Cu2+. Journal of Chemical Physics, 2003, 119, 9523-9531 39

54



(2004-2003)

Cu(l)-2,9-dimethyl-1,10-phenanthroline: Density functional study of the structure, vibrational
force-field, and excited electronic states. Journal of Chemical Physics, 2003, 118, 4045-4051 39

Controlling the accuracy of the density-matrix renormalization-group method: The dynamical block
state selection approach. 2003, 67,

3[and 30states of GeC and GeSi: The problematic dissociation energy of GeC. Journal of Chemical

1373 physics, 2003, 119, 8266-8275 39 2

Combined multidimensional anharmonic and parity violating effects in CDBrCIF. Journal of Chemical
Physics, 2003, 119, 11228-11240

Fine Theoretical Spectroscopy Using SAC-CI General-R Method: Outer- and Inner-Valence lonization

137% spectra of N20 and HN3. 2003, 217, 161-176 16

Computed EOM-CCSD 19F-19F Spin-Spin Coupling Constants in Small Organic Molecules. 2003, 217, 1565-157618

1369 Electric Field Effects on 2JHH Spin-Spin Coupling Constants. 2003, 4, 218-230 9

A first-principles analysis of the magnetism of Cull polynuclear coordination complexes: the case of
[Cu4(bpy)4(aspartate)2(H20)3](ClO4)4.2.5H20. 2004, 9, 757-70

1367 Organotellurium(VI) azides and halides. 2004, 126, 14166-75 19

Quality of contracted Gaussian-type function basis sets. Journal of Chemical Physics, 2004, 120, 5938-45 3.9

1365 How O2 binds to heme: reasons for rapid binding and spin inversion. 2004, 279, 14561-9 146

The ability of silylenes to bind excess electrons: electron affinities of SiX(2), and SiXY species
(X,Y=H,CH(3),SiH(3),F,Cl,Br). Journal of Chemical Physics, 2004, 121, 9361-7

126 19F-19F spin-spin coupling constant surfaces for (HF)2 clusters: the orientation and distance o
sRe dependence of the sign and magnitude of J(F-F). Journal of Chemical Physics, 2004, 120, 3237-43 39 3

Normal Auger spectra of Br in alkali bromide molecules. Journal of Chemical Physics, 2004, 121, 8246-52 3.9

Experimental and Theoretical Study of the First Vanadocene(IV) Complexes of BAmino Acids

Prepared from Vanadocene Dichloride. 2004, 69, 811-821 16

1361

THERMODYNAMIC STUDY OF GASEOUS MANGANESE PHOSPHATES MnPO3 and MnPO2. 2004,
179, 2091-2098

1359 Geometric and electronic structure of polymeric C70-fullerides: the case of [C703[l 2004, 6, 619-624 12

The germanium clusters Ge n (n = 1B) and their anions: structures, thermochemistry and electron

affinities. 2004, 102, 579-598

55



CITATION REPORT

1357 Polarization consistent basis sets. V. The elements Si-Cl. Journal of Chemical Physics, 2004, 121, 3463-70 3.9 164

A family of manganese rods: syntheses, structures, and magnetic properties. 2004, 126, 15445-57

L Electronic structure control of the nucleophilicity of transition metal-thiolate complexes: an
355 experimental and theoretical study. 2004, 126, 7627-38 52

Accurate calculation of core-electron binding energies: multireference perturbation treatment.
Journal of Chemical Physics, 2004, 121, 7586-94

L Spectroscopic and computational characterization of the nickel-containing F430 cofactor of 5
353 methyl-coenzyme M reductase. 2004, 9, 77-89 4

On the role of the axial ligand in heme proteins: a theoretical study. 2004, 9, 203-23

1351 The adsorption of methylcyclopentane on Pt(111). 2004, 556, 11-21 4

Bei der Bildung metalloider Ga-Cluster flBren Phosphoniumbetaine zu einem Ga12-Gerll Bt mit
ungew(l Bnlichen Bindungsverh[ [tnissen. 2004, 630, 1879-1882

Quantum chemical calculation of structures and NMR chemical shifts of substituted
1349 pyta-1,3-dienyl-2-cations. 2004, 17, 1039-1045

Chelate effect: The importance of reorganization energy. 2004, 100, 419-425

Synthesis and structure of [Ag26In18S36Cl6(dppm)10(thf)4][InCl4(thf)]2--a combined approach of
1347 theory and experiment. 2004, 43, 3823-7 34

Synthesis and Structure of [Ag26In18536Cl6(dppm)10(thf)4][InCl4(thf)]2B Combined Approach
of Theory and Experiment. 2004, 116, 3911-3915

Spectroscopic Characterization of an FelV Intermediate Generated by Reaction of XOX = Cl, Br)
1345 Wwith an Fell Complex Bearing a Pentadentate Non-Porphyrinic Ligand [Hydroxylation and 86
Epoxidation Activity. 2004, 2004, 301-308

Syntheses, Structures, and Magnetic Properties of Copper(ll) Complexes with
1,3-[Bis(2-pyridylmethyl)amino]benzene (1,3-tpbd) as Ligand. 2004, 2004, 335-343

Mercuryllhalcogenide Clusters: Synthesis and Structure of [Hg10Te4(SePh)12(PPhnPr2)4],
1343 [Hg10Te4(TePh)12(PPhnPr2)4] and [Hg34Te16(SePh)36(PPhnPr2)4]. 2004, 2004, 349-355 33

A Theoretical Study of the Exchange Coupling in Hydroxo- and Alkoxo-Bridged Dinuclear
Oxovanadium(lV) Compounds. 2004, 2004, 143-153

1341 Mechanism of Oxidation of (olefin)Rhl and -Irl Complexes by H202. 2004, 2004, 2385-2391 21

First ICN Adduct with a Selenium Donor (R = Se): Is It an lonic [RSeCN]+I[br a M-ShapedR(l)SeCN

Hypervalent Compound?. 2004, 2004, 2363-2368




(2004-2004)

A Theoretical Investigation of the Donor Ability of [M(R,R?timdt)2] Dithiolene Complexes towards
1339 Molecular Diiodine (M = Ni, Pd, Pt; R,R?timdt = Formally Monoreduced Disubstituted 17
Imidazolidine-2,4,5-trithione). 2004, 2004, 3099-3109

Molecular Alloys: Syntheses and Structures of the CopperAntimony Clusters
[Cu17Sb8(dppm)6(Ph2PCHPPh2)] and [Cu20Sb10(PCy3)8]. 2004, 2004, 2933-2936

Synthesis, Structure, Optical Properties and Theoretical Studies of Pt(PR)(CN)2 with PP =
1337 1,2-Bis(diphenylphosphanyl)benzene and 2,2?-Bis(diphenylphosphanyl)-1,1?-binaphthyl [ 16
Luminescence from Metal-to-Ligand Charge Transfer and Intraligand States. 2004, 2004, 4242-4246

Reaction of Mercury(0) with the 12 Adduct of Tetraphenyldithioimidodiphosphinic Acid (SPPh2)2NH

(HL) [Crystal Structures of [Hg(HL)I2] and HgL2. 2004, 2004, 4660-4668

A Calix[4]arene Monoalkyl Ether as a Model of a Tris(phenolate) Ligand with a Hemilabile Anisole
1335 Moiety: Syntheses, Molecular Structures and Bonding of Calix[4]arene Ether Supported Titanium 24
Complexes and Their Catalytic Activity in Epoxidation Reactions. 2004, 2004, 4300-4316

Systematic quantum chemical study of DNA-base tautomers. 2004, 25, 83-99

1333 Vibrational center-ligand couplings in transition metal complexes. 2004, 25, 587-97 23

The arsenic clusters Asn (n = 1-5) and their anions: structures, thermochemistry, and electron

affinities. 2004, 25, 907-20

1331 Conformational Fluctuations and electronic properties in myoglobin. 2004, 25, 974-84 34

Oxidation of CS4 by AsBr4+: the unexpected formation of the simple CS2Br3+ carbenium ion. 2004,
10, 5730-6

125 Synthesis and determination of the absolute configuration of fugomycin and desoxyfugomycin: CD o
329 spectroscopy and fungicidal activity of butenolides. 2004, 10, 4584-93 3

Synthesis and stereochemical properties of chiral square complexes of iron(ll). 2004, 10, 4839-45

125 Nuclearity controlled cyanide-bridged bimetallic Crlll-Mnll compounds: synthesis, crystal structures, °
327 magnetic properties and theoretical calculations. 2004, 10, 6130-45 9

Interaction of the antitumor agent vanadocene dichloride with phosphate buffered saline. 2004,
357,3765-3769

1325 Electric field effects in the chemisorption of CO on bimetallic RhCu surface models. 2004, 548, 209-219 8

Reactions of chelated kB-pentadienyl iron complexes with nucleophiles. 2004, 689, 575-584

125 Synthesis, characterization and structural investigation of the first vanadocene(lV) carboxylic acid 5
323 complexes prepared from the vanadocene dichloride. 2004, 689, 1180-1187 4

The reaction of the group-13 alkyls ER3 (E=Al, Ga, In; R=CH2t-Bu, CH2 SiMe3) with the

platinum-complex [(dcpe)Pt(H)(CH2t-Bu)]. 2004, 689, 4611-4623

57



CITATION REPORT

1321 Calculation of the electronic energy differences of spin crossover complexes. 2004, 65, 793-798 43

The structure of sitting-atop complexes of metalloporphyrins studied by theoretical methods. 2004
, 98, 878-95

1319 Validation of semiempirical methods for modeling of corrinoid systems. 2004, 98, 1078-86 10

Protonation status of metal-bound ligands can be determined by quantum refinement. 2004, 98, 1539-46

Experimental and theoretical studies of the vibrational spectra of cis-1-bromo-2-fluoroethene.
1317 2004, 60, 1967-75 3

A DFT study of asymmetric meso-substituted porphyrins and their zinc complexes. 2004, 305, 13-26

1315 Adensity functional study of EPR hyperfine coupling of vanadocene(lV) complexes. 2004, 305, 291-298 17

The molecular and electronic structure of
N,N?-ethylenebis(acetylacetonylideiminato)oxovanadium(IV) and the electronic structure of its thio
analogue. 2004, 135, 1-5

L Penning ionization electron spectroscopy of (f6-C6H6)Cr(CO)3 and (E5-C5H5)Mn(CO)3. 2004,
1313 137-140,313-317 3

A new suggested class of organic tubular structures. 2004, 383, 376-379

1311 Nuclear second analytical derivative calculations using auxiliary basis set expansions. 2004, 384, 103-107 326

A hybrid MP2/planewave-DFT scheme for large chemical systems: proton jumps in zeolites. 2004,
387, 388-394

Density functional theory calculation of electronic circular dichroism using London orbitals. 2004,
1399 388,110-119 19

The nodes of HartreeBock wavefunctions and their orbitals. 2004, 392, 55-61

Active sites for heterogeneous catalysis by functionalisation of internal and external surfaces. 2004

1307 93.95 535-540 10

A combined parahydrogen and theoretical study of H2 activation by 16-electron d8 ruthenium(0)
complexes and their subsequent catalytic behaviour. 2004, 3616-28

Nonoxovanadium(IV) and oxovanadium(V) complexes with mixed O, X, O-donor ligands (X =S, Se, P,
1395 or PO). 2004, 43, 7324-38 77

Computational Study of Enthalpies of Formation of OXO (X = Cl, Br, and 1) and Their Anions. 2004,

108, 10754-10761




(2004-2004)

Gas Phase Complexes MX3+4,4Bpy*MX3 (M,M[¥ Al, Ga; X = Cl, Br): Experiment and Theory. 2004,

13093 108, 9561-9563 1

[Rh(1)L]-catalyzed cyclotetramerization of 1,3-butadiene: a theoretical investigation of alternative
mechanistic paths for the generation of the [Rh(lll)(octadienediyl)(PR3)]+ complex. 2004, 2963-8

Synthesis, crystal structures and magnetic properties of single and double cyanide-bridged

130T pimetallic Fe2(lll)Cu(ll) zigzag chains. 2004, 2836-46 74

Calculations of the site specific stretching frequencies of CO adsorbed on Li+/ZSM-5. 2004, 6, 5580-5587

5 Convergence characteristics and efficiency of mode-tracking calculations on pre-selected molecular 3
99 vibrations. 2004, 6, 4621 3

The reaction of M(CO)3(Ph2PCH2CH2PPh2)(M = Fe, Ru) with parahydrogen: probing the electronic
structure of reaction intermediates and the internal rearrangement mechanism for the dihydride
products. 2004, 3218-24

L Mechanism and ligand-transfer selectivity of 1,2-addition of organozincate complexes to aldehyde.
297 2004, 126, 10897-903 52

Synthesis of Alkylidene-Bridged Cp/Phosphido Group 4 Metal ComplexesPrecursors of the
[CpCPR)MOonstrained-GeometrylCatalyst Family. 2004, 23, 1836-1844

Density functional theory calculations and exploration of a possible mechanism of N2 reduction by
1295 nitrogenase. 2004, 126, 2588-601 93

Effect of Phosphine Substitution on the Electronic Structure of Cobalt Tricarbonyl Nitrosylll 2004,
108, 9957-9961

5 Mechanism of Addition of Organocuprates to Alkynyl Carbonyl Compounds. A Mechanistic Bridge 5
93 between Carbocupration and Conjugate Addition. 2004, 23, 1081-1088 3

The (Calix[4]arene)chloromolybdate(IV) anion [MoCl(Calix)](-): a convenient entry into molybdenum
Calix[4]arene chemistry. 2004, 43, 8587-99

DFT Analysis of Fe(H20)63+ and Fe(H20)62+ Structure and Vibrations; Implications for Isotope

Fractionation. 2004, 108, 2726-2732 82

1291

On the nature of the low-lying singlet states of 4-(Dimethyl-amino)benzonitrile. 2004, 126, 7399-410

Calculated volume and energy profiles for water exchange on t2g6 rhodium(lll) and iridium(lll)

1289 hexaaquaions: conclusive evidence for an la mechanism. 2004, 43, 858-64

21

Controlled self-assembly of hexa-peri-hexabenzocoronenes in solution. 2004, 126, 11311-21

Structure and Vibrational Spectrum of Formate and Acetate Adsorbed from Aqueous Solution onto

1287 the TiO2 Rutile (110) Surface. 2004, 108, 5004-5017 183

Chloride-Triggered Disproportionation of a Mononuclear Rhll(nbd) Species to Rhi(nbd) and

RhllI(E-norbornenyl) Complexes: Possibilities for Wacker Type Mono-oxygenation of
Norbornadiene to Norbornenone. 2004, 23, 4236-4246

59



CITATION REPORT

Evidence for a Carbon@arbon Coupling Reaction To Proceed through a Planar-Tetracoordinate

1285 Carbon Intermediate. 2004, 23, 4391-4395 34

The theoretical 77Se chemical shift as a probe of selenium state in selenoproteins and their mimics.
2004, 43, 1208-10

Toward a computational description of nitrile hydratase: studies of the ground state bonding and

1283 spin-dependent energetics of mononuclear, non-heme Fe(lll) complexes. 2004, 43, 458-72 30

Synthetic Access to Half-Sandwich Manganese C4 Cumulenic Complexes. 2004, 23, 4661-4671

Spectroscopic and computational studies of Co2+corrinoids: spectral and electronic properties of

1280 the biologically relevant base-on and base-off forms of Co2+cobalamin. 2004, 126, 9735-49

104

A detailed study of the vapochromic Behavior of [TI[Au(C6Cl5)2]]n. 2004, 43, 3573-81

Oxamidate-bridged dinuclear five-coordinate nickel(ll) complexes: a magneto-structural study.
1279 2004, 43, 2132-40 43

Electronic and Steric Influence of Trans Axial Base on the Stereoelectronic Properties of
Cobalamins. 2004, 108, 14163-14170

An evaluation by density functional theory of M-M interactions in organometallic clusters with the
1277 [Fe(3)MoS(3)](2+) cores. 2004, 43, 3225-9

Theoretical Investigation of Superelectrophilic Fluorooxonium Dications FOH32+ and F20H22+:
Comparison with Parent H402+ Dication 1. 2004, 108, 4036-4039

Theoretical Study of the Dissociation of N20O in a Transition Metal lon-Catalyzed Reaction. 2004,
1275 108, 8823-8829 3t

The trust-region self-consistent field method: towards a black-box optimization in Hartree-Fock
and Kohn-Sham theories. Journal of Chemical Physics, 2004, 121, 16-27

One-bond spin-spin coupling constants of X-1H proton donors in complexes with X-H-Y hydrogen
1273 bonds, for X=13C, 15N, 170, and 19F: predictions, comparisons, and relationships among 1J X-H, 39
1K X-H, and X-H distances. 2004, 126, 15624-31

Quasi-relativistic density functional study of aurophilic interactions. 2004, 126, 1266-76

1271 Modeling Catalytic Effects of Clay Mineral Surfaces on Peptide Bond Formation. 2004, 108, 10120-10130 34

Responsive Iron Neighboring Group Participation in Amino-Substituent-Stabilized
[3]Ferrocenophane HCarbenium lons: A Combined Theoretical and Experimental Study. 2004, 23, 21-25

Direct experimental evaluation of charge scheme performance by a molecular charge-meter. 2004,

1269 156 5897-905 30

Two-Bond SpinBpin Coupling across a Hydrogen Bond: XK Coupling in the Presence and Absence

of the Proton. 2004, 108, 6820-6822

60



(2004-2004)

Hypervalency avoided: simple substituted BrF3 and BrF5 molecules. Structures, thermochemistry,

1267 3nd electron affinities of the bromine hydrogen Fluorides HBrF2 and HBrF4. 2004, 126, 14950-9 7

Radical-Like Activation of Alkanes by the Ligated Copper Oxide Cation (Phenanthroline)CuO-+[]
2004, 108, 14407-14416

Influence of Coligands on the EPR Hyperfine Coupling Constants of the Cu(l)lO System [A

Theoretical Study. 2004, 108, 1582-1588 "

1265

Self-assembled monolayers of cobalkt(ll)- (4-tert-butylphenyl)-porphyrins: the influence of the
electronic dipole on scanning tunneling microscopy images. 2004, 126, 16951-8

1263 Computational elucidation of the transition state shape selectivity phenomenon. 2004, 126, 936-47 104

Toward a catalytic cycle for the Mn-salen mediated alkene epoxidation: a computational approach.
2004, 43, 2175-82

1261 Sketching a path through the hydrocarbon oxidation maze. 2004, 102, 289-299 4

Predicted Signs of One-Bond SpinBpin Coupling Constants (1hJH-Y) across XHY¥ Hydrogen
Bonds for Complexes with Y = 15N, 170, and 19F. 2004, 108, 11762-11767

Spectroscopic and computational studies on the adenosylcobalamin-dependent
1259 methylmalonyl-CoA mutase: evaluation of enzymatic contributions to Co-C bond activation in the 55
Co3+ ground state. 2004, 126, 8167-80

Localization of Cu+ sites and framework Al positions in high-silica zeolites: Combined experimental
and theoretical study. 2004, 6, 2003-2007

5 Time-Dependent Density Functional Calculations on the Electronic Absorption Spectra of an L
57 Asymmetric Meso-Substituted Porphyrin and Its Zinc Complex. 2004, 108, 9435-9441 J

Computed SpinBpin Coupling Constants (1JX-Y) in Molecules HmX¥Hn for X and Y = 13C, 15N,
and 31P: Comparisons with Experiment and Insights into the Signs of 1JX-Y. 2004, 108, 3662-3667

Novel Interhalogen Molecules: Structures, Thermochemistry, and Electron Affinities of Dibromine

1255 Fluorides Br2Fn/Br2Fn- (n = 1B). 2004, 108, 3598-3614 10

Carboxylate binding in copper histidine complexes in solution and in zeolite Y: X- and W-band
pulsed EPR/ENDOR combined with DFT calculations. 2004, 126, 11733-45

1253 Mode Tracking of Preselected Vibrations of One-Dimensional Molecular Wires. 2004, 108, 2053-2061 29

Quantitative vibrational dynamics of iron in nitrosyl porphyrins. 2004, 126, 4211-27

Novel Five-Membered Pallada- and Platinacycles Containing a [C(sp2, ferrocene), N, S]- Terdentate
1251 Ligand. Theoretical Interpretation of Their Electrochemical and Electronic Properties Based on 47
Density Functional Calculations. 2004, 23, 224-236

Theoretical Study of the Exchange Coupling in Large Polynuclear Transition Metal Complexes Using

DFT Methods. 2004, 71-102

61



1249

1247

1245

1243

1241

1235

1233

CITATION REPORT

Electronic structures of metal sites in proteins and models: contributions to function in blue copper

proteins. 2004, 104, 419-58 708

The structure of Ba@C74. 2004, 126, 14428-34

Efficient evaluation of three-center two-electron integrals over Gaussian functions. 2004, 6, 5119 199

Calculation of current densities using gauge-including atomic orbitals. Journal of Chemical Physics,
2004, 121, 3952-63

Spontaneous gas-phase generation of needle-shaped clusters which violate the isolated square
rule: a facile road to GaN nanorods?. 2004, 126, 12141-54 34

Nature of the Cu+NO Bond in the Gas Phase and at Different Types of Cu+ Sites in Zeolite
Catalysts. 2004, 108, 13674-13682

Thallium(l) Acetylacetonate as Building Blocks of Luminescent Supramolecular Architectures?. 2004
,23,774-782 42

Calibration of the n-electron valence state perturbation theory approach. Journal of Chemical
Physics, 2004, 120, 4619-25

Synthesis, characterization, and solution behavior of optically active cis beta organocobalt salen L
complexes with L-amino acids. 2004, 43, 3433-40 9

Catalytic Oligomerization of Ethylene to Higher Linear BOlefins Promoted by Cationic Group 4

Cyclopentadienyl-Arene Active Catalysts: A DFT Investigation Exploring the Influence of Electronic 34
Factors on the Catalytic Properties by Modification of the Hemilabile Arene Functionality. 2004, 23, 4077-4088

Catalytic oligomerization of ethylene to higher linear alpha-olefins promoted by the cationic group
4 [(eta 5-Cp-(CMe2-bridge)-Ph)Mil(ethylene)2]+ (M = Ti, Zr, HF) active catalysts: a density functional 124
investigation of the influence of the metal on the catalytic activity and selectivity. 2004, 126, 9059-71

Do spin state changes matter in organometallic chemistry? A computational study. 2004, 126, 5789-97

Do coupling constants and chemical shifts provide evidence for the existence of resonance-assisted
hydrogen bonds?. 2004, 102, 2563-2574

119

Spectroscopic and computational studies of the azide-adduct of manganese superoxide dismutase:

definitive assignment of the ligand responsible for the low-temperature thermochromism. 2004,
126, 12477-91

The protonation status of compound Il in myoglobin, studied by a combination of experimental
data and quantum chemical calculations: quantum refinement. 2004, 87, 3437-47 54

New synthesis and insight into the structure of blue ultramarine pigments. 2004, 126, 5776-88

Quantum mechanical/molecular mechanical investigation of the mechanism of C-H hydroxylation of

camphor by cytochrome P450cam: theory supports a two-state rebound mechanism. 2004, 126, 4017-34 250

Insights into the Structures, Energetics, and Vibrations of Monovalent Cation[Water)1-6 Clusters[]

2004, 108, 2949-2958

62



(2005-2004)

A new tetrameric Cull cluster with square topology exhibiting Ferro- and antiferromagnetic
magnetic pathways : which is which?. 2004, 1102-3

Density-functional theory calculations of optical rotatory dispersion in the nonresonant and
resonant frequency regions. Journal of Chemical Physics, 2004, 120, 5027-35

1229 StructureBroperty Relationships of Prototypical Chiral Compounds: Case Studies[]12004, 108, 2867-2870 31

Head-to-head (HH) and head-to-tail (HT) conformers of cis-bis guanine ligands bound to the
[Re(CO)3]+ core. 2004, 43, 2087-96

Calculating the electron paramagnetic resonance parameters of exchange coupled transition metal
1227 complexes using broken symmetry density functional theory: application to a Mnlll/MnIV model 176
compound. 2004, 126, 2613-22

Gallium Clusters Gan (n = 1B): Structures, Thermochemistry, and Electron Affinities. 2004, 108, 7448-7459

Electronic Structure and Photochemical Properties of a Monolayer-Protected Gold Cluster. 2004,

1225 108, 11904-11908 47

Pyrrole as a Probe Molecule for Characterization of Basic Sites in ZSM-5: A Combined FTIR
Spectroscopy and Computational Study. 2004, 108, 16012-16022

Structure of the Na(x)Cl(x+1) (-) (x=1-4) clusters via ab initio genetic algorithm and photoelectron

1223 spectroscopy. Journal of Chemical Physics, 2004, 121, 5709-19 39 247

The Vibronic Structure of Electronic Absorption Spectra of Large Molecules: A Time-Dependent
Density Functional Study on the Influence of BExactHartreeBock Exchange. 2004, 108, 10225-10237

Spirocyclic zwitterionic lambda5Si-silicates with two bidentate ligands derived from alpha-amino

1221 acids or alpha-hydroxycarboxylic acids: synthesis, structure, and stereodynamics. 2004, 126, 14493-505 31

Binding of Benzylpenicillin to Metallo-flactamase: A QM/MM Study. 2004, 108, 17639-17648

1219 Theoretical study of the magnetic behavior of [Fe8] and [Fe16] wheels. 2004, 43, 5410-5 22

Theoretical investigation of the interaction of uracil and mono hydrated uracil [Water complexes
with alkali metals. 2004, 2004, 445-449

A Theoretical Study of Metal-Stabilised Rare Tautomers Stability: N4 Metalated Cytosine (M=Be2+,

1217 Mg2+, Ca2+, Sr2+ and Ba2+) in Gas Phase and Different Solvents. 2004, 2004, 11-18 5

QUANTUM CHEMICAL INVESTIGATIONS INTO THE PROBLEM OF BIOLOGICAL NITROGEN
FIXATION: SELLMANN-TYPE METALBULFUR MODEL COMPLEXES. 2004, 55-100

1215 Tautomerization in the ground and first excited singlet states of phenyl-lapimidazole. 2004, 109, 207-214 2

Theoretical Fine Spectroscopy with SAC-Cl Method: Outer- and Inner-Valence lonization Spectra of

CO and N2. 2005, 70, 881-904




CITATION REPORT

Spectroscopic and computational studies on [Ni(tmc)CH3]OTF: implications for Ni-methyl bonding

in the A cluster of acetyl-CoA synthase. 2005, 44, 3605-17 16

1213

Variation and adjustment of the optical gap of small Si nanocrystals by partial substitution of Si
with Ge. 2005, 10, 101-104

1211 Ab Initio Study of the Electronic Spectrum of 7-Hydroxyquinoline. 2005, 34, 330-331 1

Understanding of the structure, bonding, formation and decomposition of metalloid aluminum
clusters--a Fourier transform ion cyclotron resonance study of solid AlCp*. 2005, 11, 469-74

The reactions of the branched alkyl radicals iso-butyl and neo-pentyl with oxygen atomsEn

1209 experimental and theoretical study. 2005, 30, 1005-1013

Density functional theory studies on the Raman and IR spectra of meso-tetraphenylporphyrin
diacid. 2005, 62, 850-62

On the ligand properties of the P- versus the N-heterocyclic carbene for a Grubbs catalyst in olefin

1207 metathesis. 2005, 690, 6079-6088 19

Vibrational Dynamics of Biological Molecules: Multi-quantum Contributions. 2005, 66, 2250-2256

1205 DFT study of the V(IV)/V(V) oxidation mechanism in the presence of N-hydroxyacetamide. 2005, 99, 1708-16 8

Complexes derived from hydrolytically Dnstablelhydrazone ligands (5ome unexpected products.
2005, 24, 807-821

Influence of Ecomplexing agents on the anionic polymerization of styrene with lithium as

counterion in cyclohexane. 3. Effect of tetraphenylethylene. 2005, 46, 295-302 16

1203

Plasticity of the five-membered chelate ring in [PdCl2(1,2-(PR2)2-1,2-C2B10H10)] complexes (R=H
or iPr). 2005, 358, 2107-2111

A simple correlation between average TOM angles and 27Al NMR chemical shifts does not hold in

high-silica zeolites. 2005, 85, 279-283 26

1201

Pseudo-pentacoordination in silylcarbamates: structure-based prediction of silylating power. 2005,
714, 87-97

Gaussian basis sets for correlated wave functions. Hydrogen, helium, first- and second-row atoms.

1199 2005, 718, 219-224 136

Conformational Features of calix[4]arenes with alkali metal cations: A quantum chemical
investigation with density functional theory. 2005, 732, 7-20

1 Structural and vibrational properties of vanadium (Ill) oxofluoride and oxochlorideB theoretical
97 study. 2005, 732, 155-159

DFT calculations of EPR parameters of transition metal complexes: Implications for catalysis. 2005,

105, 122-133

64



(2005-2005)

1195 Spin density distribution in transition metal complexes. 2005, 249, 2649-2660 153

Electronic and optical properties of functionalized carbon chains with the localized HartreeBock
and conventional KohnBham methods. 2005, 309, 77-87

1193 Normal Auger spectra of iodine in gas phase alkali iodide molecules. 2005, 313, 77-83 4

Theoretical DFT study of phosphorescence from porphyrins. 2005, 315, 215-239

Characteristics of novel sandwiched beryllium, magnesium, and calcium dimers: C5SH5BeBeC5HS5,

1191 c5H5MgMgC5HS5, and C5H5CaCaC5HS5. 2005, 402, 414-421

110

Counterintuitive affinity of [2.2]paracyclophane to cations. 2005, 408, 59-64

1189 Molecular orbital analysis of anomalous trans effect in cobalamins. 2005, 410, 410-416 19

Ab initio investigations of lithium insertion in boron and nitrogen-doped single-walled carbon
nanotubes. 2005, 411, 256-261

1187 Are resonance-assisted hydrogen bonds Besonance assisted@ A theoretical NMR study. 2005, 411, 411-415 101

Theoretical determination of the exchange coupling constants of a single-molecule magnet Fe10
complex. 2005, 415, 6-9

A new multivalent cluster: synthesis, electrochemistry, solid state structure and computational

1185 studies on the ironBickel mixed-metal nitride anions [Fe6Ni6N2(CO)24]n{n=2M). 2005, 8, 1850-1855

11

C 1s and O 1s photoelectron spectra of formaldehyde with satellites: theory and experiment. 2005,
142, 253-259

Balanced basis sets of split valence, triple zeta valence and quadruple zeta valence quality for H to

1183 Rn: Design and assessment of accuracy. 2005, 7, 3297-305 14310

The solution structure of [Cu(ag)]2+ and its implications for rack-induced bonding in blue copper
protein active sites. 2005, 44, 1922-33

Square planar vs tetrahedral coordination in diamagnetic complexes of nickel(ll) containing two

1181 bidentate pi-radical monoanions. 2005, 44, 3636-56

107

Optimization of auxiliary basis sets for the LEDO expansion and a projection technique for
LEDO-DFT. 2005, 26, 1242-53

1 Benchmarking approximate density functional theory. I. s/d excitation energies in 3d transition L
79 metal cations. 2005, 26, 1505-18 ]

A Bicyclic PP-Bridged 1,3,2,4-Diphosphadiboretane Cation and an

Imino(phosphinidene)borane@IBr3 Adduct. 2005, 2005, 1099-1108




CITATION REPORT

A New Spherical Metallacryptate Compound [Na{Cu6(Thr)8(H20)2(ClO4)4}]*ClO4s5 H20: Magnetic ;
177 Properties and DFT Calculations. 2005, 2005, 2706-2713 4

Luminescence and Theoretical Studies of Cu(tripod)X [tripod =
1,1,1-Tris(diphenylphosphanylmethyl)ethane; X[F Halide, Thiophenolate, Phenylacetylide]. 2005,
2005, 3167-3171

A Binuclear Copper(ll) Complex Containing the Pyrazine-2,5-dicarboxylate Ligand: Study of the

1175 Magnetic Exchange through the Pyrazine Bridge. 2005, 2005, 2586-2589 22

Extending the NHC Concept: CI Coupling Catalysis by a Pdll Carbene (rNHC) Complex with
Remote Heteroatoms. 2005, 2005, 2973-2977

Ruthenium Complexes Containing Chiral N-Donor Ligands as Catalysts in Acetophenone Hydrogen

1173 Transfer INew Amino Effect on Enantioselectivity. 2005, 2005, 4341-4351 20

The Mechanism of Magnetic Interaction in Spin-Ladder Molecular Magnets: A First-Principles,
Bottom-Up, Theoretical Study of the Magnetism in the Two-Legged Spin-Ladder
Bis(2-amino-5-nitropyridinium) Tetrabromocuprate Monohydrate. 2005, 2005, 4697-4706

4- and 4,5-Substituted N-Methoxythiazole-2(3H)-thiones [Preparation,UV/Vis Spectra, and
1171 Assignment of Electronic Transitions in Comparison to N-Methoxypyridine-2(1H)-thione Using 12
Time-Dependent Density Functional Theory Calculations. 2005, 2005, 869-881

Determining the geometry of hydrogen bonds in solids with picometer accuracy by
quantum-chemical calculations and NMR spectroscopy. 2005, 6, 315-27

Conformational and electronic properties of a microperoxidase in aqueous solution: a

1169 computational study. 2005, 6, 681-9

Possible pathways of CVD processes leading to IlI-V semiconductors via a two-dimensional growth.
2005, 6, 706-13

Helical chirality in pentacoordinate zinc complexes-selective access to both pseudoenantiomers

1167 with one ligand configuration. 2004, 44, 242-5 24

Sphere currents of Buckminsterfullerene. 2005, 44, 1843-6

1165 C-H activated isomers of [M(AICp*)5] (M=Fe, Ru). 2005, 44, 2943-6 64

Elucidation of the mechanism of the 1,6-cuprate addition to acceptor-substituted enymes through
13C kinetic isotope effects: experimental and theoretical studies. 2005, 44, 4715-9

Dimethyl carbonate in the supercages of NaY zeolite: the role of local fields in promoting

1163 methylation and carboxymethylation activity. 2005, 44, 4774-7 39

Tetraphosphacyclopentadienyl and triphosphaallyl ligands in iron complexes. 2005, 44, 3755-8

Phosphine-stabilized copper-antimony clusters: syntheses, structures, and theoretical
1161 investigations of [Cu12(SbSiMe3)6(PiPr3)6], [Cu40Sb12(PMe3)20], and [Cu45Sb16(PEt2Me)16]. 16
2005, 44, 3932-6

Antimony-tungsten triple bond: a stable complex with a terminal antimony ligand. 2005, 44, 4920-4

66



(2005-2005)

Intramolecular rotation through proton transfer: [Fe(eta5-C5H4C02-)2] versus
[(eta5-C5H4CO2-)Fe(eta5-C5H4CO2H)]. 2005, 44, 6022-4

Helicale ChiralitDEBin pentakoordinierten Zink-Komplexen [$elektiver Zugang zu beiden
Pseudoenantiomeren mit nur einer Ligandenkonfiguration. 2005, 117, 246-249

1157 Sphere Currents of Buckminsterfullerene. 2005, 117, 1877-1880 6

C-H-aktivierte Isomere von [M(AlCp*)5] (M=Fe, Ru). 2005, 117, 3003-3007

AufklOBung des Mechanismus der 1,6-Cuprataddition an acceptorsubstituierte Enine mithilfe

TI55 Kinetischer 13C-Isotopeneffekte: experimentelle und theoretische Studien. 2005, 117, 4795-4798 16

Dimethyl Carbonate in the Supercages of NaY Zeolite: The Role of Local Fields in Promoting
Methylation and Carboxymethylation Activity. 2005, 117, 4852-4855

1153 Tetraphosphacyclopentadienyl- und Triphosphaallyl-Liganden in Eisenkomplexen. 2005, 117, 3821-3825 23

Phosphanstabilisierte Cu-Sb-Cluster: Synthesen, Strukturen und theoretische Untersuchungen von
[Cu12(SbSiMe3)6(PiPr3)6], [Cu40Sb12(PMe3)20] und [Cu45Sb16(PEE2Me)16]. 2005, 117, 4002-4005

1151 Antimon-Wolfram-Dreifachbindung: ein stabiler Komplex mit terminalem Sb-Liganden. 2005, 117, 4999-5003 15

Intramolecular Rotation through Proton Transfer: [Fe(5-C5H4CO2)R] versus
[(f5-C5H4CO2)Fe(kb-C5H4CO2H)]. 2005, 117, 6176-6178

1 High-field EPR investigations of Mn(lI)Mn(1V) and Mn(ll)Mn(Ill) states of dimanganese catalase and
49 related model systems. 2005, 43 Spec no., S51-64 34

Reaction mechanism of porphyrin metallation studied by theoretical methods. 2005, 11, 1549-64

The "invisible" 13C NMR chemical shift of the central carbon atom in [(Ph3PAu)6C]2+: a theoretical

1147 investigation. 2005, 11, 1677-86 12

Electronic, vibrational, and structural properties of a spin-crossover catecholato-iron system in the
solid state: theoretical study of the electronic nature of the doublet and sextet states. 2005, 11, 1779-93

1145 Selective complexation of N-alkylpyridinium salts: binding of NAD+ in water. 2005, 11, 477-94 52

Ferromagnetic interaction in mu1,3-cyanamido-derived copper(ll) cryptates. 2004, 11, 398-405

C5H4-BR2 bending in ferrocenylboranes: a delocalized through-space interaction between iron and
™43 poron. 2005, 11, 584-603 123

Conformational dimorphism of 1,1,3,3,5,5-hexachloro-1,3,5-trigermacyclohexane: solvent-induced

crystallization of a metastable polymorph containing boat-shaped molecules. 2005, 11, 1375-83




CITATION REPORT

Organic-inorganic hybrids based on novel bimolecular [Si2W22Cu2078(H20)]12- polyoxometalates

and the polynuclear complex cations [Cu(ac)(phen)(H20)]n n+ (n=2, 3). 2005, 11, 1538-48 80

1141

Less symmetrical dicopper(ll) complexes as catechol oxidase models--an adjacent thioether group
increases catecholase activity. 2005, 11, 1201-9

Is it possible to get high T(C) magnets with Prussian blue analogues? A theoretical prospect. 2005, L
113911, 2135-44 =)

Molecular and electronic structure of four- and five-coordinate cobalt complexes containing two
o-phenylenediamine- or two o-aminophenol-type ligands at various oxidation levels: an
experimental, density functional, and correlated ab initio study. 2004, 11, 204-24

Mechanistic aspects of the metal catalyzed alternating copolymerization of epoxides and carbon
1137 monoxide. 2005, 11, 5327-32 29

Organolanthanide-mediated ring-opening ziegler polymerization (ROZP) of
methylenecycloalkanes: a theoretical mechanistic investigation of alternative mechanisms for chain
initiation of the samarocene-promoted ROZP of 2-phenyl-1-methylenecyclopropane. 2005, 11, 3113-26

1 One-dimensional polymers based on [{CpMo(C0O)2}2(mu,eta2-P2)]: solid-state conformation
29 analysis by NMR spectroscopy and DFT calculations. 2005, 11, 2163-9 73

Mass spectrometric and quantum-chemical study on the structure, stability, and chirality of
protonated serine dimers. 2005, 11, 5908-16

1133 Metal-induced chiral folding of depsipeptide dendrimers. 2005, 11, 3530-40 18

Atom-type assignment in molecules and clusters by perturbation theory-A complement to X-ray
structure analysis. 2005, 11, 3559-64

1121 Density functional study of exchange coupling constants in single-molecule magnets: the Fe8 5
3T complex. 2005, 11, 4767-71 4

Synthesis and structural characterization of neutral higher-coordinate silicon(IV) complexes with

tridentate dianionic chelate ligands. 2005, 11, 7379-86

On the formation of aliphatic polycarbonates from epoxides with chromium(lll) and aluminum(lil)

1129 metal-salen complexes. 2005, 11, 6298-314

Nitrogen fixation under mild ambient conditions: part I--the initial dissociation/association step at
molybdenum triamidoamine complexes. 2005, 11, 7448-60

1127 Estimating the HartreeBock limit from Ffinite basis set calculations. 2005, 113, 267-273 128

A comparative reactivity study of microperoxidases based on hemin, mesohemin and
deuterohemin. 2005, 99, 852-63

1125 Thiolate coordination to Fe(ll)-porphyrin NO centers. 2005, 99, 940-8 41

Olefin hydrogenation using diimine pyridine complexes of Co and Rh. 2005, 232, 151-159

68



(2005-2005)

A combined experimentaltholecular modeling approach for ethenepropene copolymerization

with C2-symmetric metallocenes. 2005, 242, 91-104 21

1123

Density functional calculations of dangling bonds for CN and SiN films. 2005, 134, 207-210

Dimanganese catalase--spectroscopic parameters from broken-symmetry density functional theory

2T ot the superoxidized Mn(lll)/Mn(IV) state. 2005, 10, 231-8 59

Regression formulae for ab initio and density functional calculated chemical shifts. 2005, 11, 175-85

1119 Thermodynamic Characteristics of Gaseous GaCl3pyz and GaCl3pyzGaCl3 Complexes. 2005, 75, 1173-1179 8

DFT-Investigations of Pentatomic Cobalt Selenide Clusters [(CPRCo)3(8-Se)2]q (CpR = Cp, Cp*; q =
2+, 1+, 0, 1-). 2005, 631, 604-609

DFT description of the magnetic structure of polynuclear transition-metal clusters: The complexes
1117 [{Cu(bpca)2(H20)2H{Cu(NO3)2}2], (bpca = Bis(2-pyridylcarbonyl)amine), and [Cu(DBSQ)(C2H50)]2, 60
(DBSQ = 3,5-di-tert-butyl-semiquinonato). 2005, 101, 819-825

Theoretical study of structure of catalytic copper site in nitrite reductase. 2005, 102, 520-541

1115 The optical gap of small Ge nanocrystals. 2005, 10, 97-100 9

Surface-mounted altitudinal molecular rotors in alternating electric field: single-molecule
parametric oscillator molecular dynamics. 2005, 102, 14175-80

27AILNMR chemical shifts do not correlate with average T-O-T angles: Theoretical study of MCM-58

1113 Jeolite. 2005, 158, 917-924

Convergence behavior of the density-matrix renormalization group algorithm for optimized orbital
orderings. Journal of Chemical Physics, 2005, 122, 024107

Theoretical fine spectroscopy with symmetry adapted cluster-configuration interaction general-R

TITT - method: First-row K-shell ionizations and their satellites. Journal of Chemical Physics, 2005, 122, 14304

(V]

9 47

Binding energies of CO on gold cluster cations Au n + (n=1-65): a radiative association kinetics
study. Journal of Chemical Physics, 2005, 122, 104702

The trust-region self-consistent field method in Kohn-Sham density-functional theory. Journal of

Chemical Physics, 2005, 123, 074103 39 28

1109

Theoretical fine spectroscopy with symmetry-adapted-cluster configuration-interaction method:
outer- and inner-valence ionization spectra of furan, pyrrole, and thiophene. Journal of Chemical
Physics, 2005, 122, 234319
Comparison of density functionals for energy and structural differences between the high-
1107 [5T2g:(t2g)4(eg)2] and low- [1A1g:(t2g)6(eg)0] spin states of iron(ll) coordination compounds. Il. 39 142
More functionals and the hexaminoferrous cation, [Fe(NH3)6]2+. Journal of Chemical Physics, 2005,

Cavity ring-down spectroscopy and vibronic activity of benzo[ghi]perylene. Journal of Chemical

Physics, 2005, 123, 014312




CITATION REPORT

1105 Applications of quantum chemical methods in zeolite science. 2005, 243-262 7

Electrostatic ordering of the lanthanum endoatom in La@C82 adsorbed on metal surfaces. 2005,
71,

1103 Comparative analysis of local spin definitions. Journal of Chemical Physics, 2005, 122, 34102 39 77

Time-dependent density-functional theory calculations of triplet-triplet absorption. Journal of
Chemical Physics, 2005, 122, 224104

1101 [Electronic structure of octahedral trivalent cages consisting of hexagons and squares. 2005, 71, 3

Comparison of chemical properties of iron, cobalt, and nickel porphyrins, corrins, and
hydrocorphins. 2005, 09, 581-606

Tautomeric selectivity of the excited-state lifetime of guanine/cytosine base pairs: the role of

1099 electron-driven proton-transfer processes. 2005, 102, 17903-6 270

Aucxiliary basis expansions for large-scale electronic structure calculations. 2005, 102, 6692-7

Preparation of stable AsBr4+ and I12As-PI3+ salts. Why didn’t we succeed to prepare Asl4+ and

1097 As2X5+7 A combined experimental and theoretical study. 2005, 1203-13 22

Two-Bond SpinBpin Coupling Constants (2hJXY) Across XHY Hydrogen Bonds: Some Fundamental
Questions. 2005, 23-35

The electronic structure of the isoelectronic, square-planar complexes [Fell(L)2]2- and [Colll(L
1095 Bu)2]- (L2- and (L Bu)2-=benzene-1,2-dithiolates): an experimental and density functional 161
theoretical study. 2005, 127, 4403-15

The direct detection of an aryl azide excited state: an ultrafast study of the photochemistry of para-
and ortho-biphenyl azide. 2005, 127, 13764-5

Efficient and accurate approximations to the molecular spin-orbit coupling operator and their use

1093 in molecular g-tensor calculations. Journal of Chemical Physics, 2005, 122, 34107 39 481

Effect of adiabaticity on electron dynamics in zinc myoglobin. 2005, 109, 5954-61

1091 Structures and electron affinities of the di-arsenic fluorides As2Fn/As2Fn- (n=1-8). 2005, 26, 411-35 5

Studies on the stereochemistry of 1,2,6-trimethyl-4-piperidone. 2005, 61, 6993-7001

1089 Structural and electronic properties of nanostructured HALO. 2005, 109, 22820-9 16

Theoretical investigation of CO interaction with copper sites in zeolites: periodic DFT and hybrid

quantum mechanical/interatomic potential function study. 2005, 109, 9631-8

70



(2005-2005)

Calculation of nuclear magnetic shieldings using an analytically differentiated relativistic shielding

1087 formula. Journal of Chemical Physics, 2005, 123, 114102 39 43

Isomers of Endohedral Fullerene Sc2@C84. 2005, 13, 279-286

Magnetically induced current densities in Al4 (2-) and Al4 (4-) species studied at the coupled-cluster

1085 level. Journal of Chemical Physics, 2005, 122, 214308 39 84

Exchange coupling in mu-aqua:mu-oxo vs. di-mu-hydroxo dinuclear Cu(ll) compounds: a density
functional study. 2005, 2624-9

1083 Computational studies of 13C NMR chemical shifts of saccharides. 2005, 7, 2561-9 28

COSMOfrag: a novel tool for high-throughput ADME property prediction and similarity screening
based on quantum chemistry. 2005, 45, 1169-77

Contracted basis sets for density functional calculations: segmented versus general contraction.

1081 ;o urnal of Chemical Physics, 2005, 122, 074111 39 9

Irli(ethene): metal or carbon radical? Part Il: oxygenation via iridium or direct oxygenation at
ethene?. 2005, 979-84

Molecular simulations for the conformational assessment of a porphyrin-fullerene dyad in different

1079 environments. 2005, 7, 3126-31 10

Ge8R6: the ligands define the bonding situation within the cluster core. 2005, 3277-80

Substituted m-phenylene bridges as strong ferromagnetic couplers for Cu(ll)-bridge-Cu(ll) magnetic

1977 interactions: new perspectives. 2005, 5172-4 62

Synthesis and structural characterisation of coordination polymers designed using discrete
phosphonodithioato Nill complexes and dipyridyl donor ligands. 2005, 7, 363

1075 Bentand planar molecules in polymorphs of the tricyclic carbon sulfide C6S8. 2005, 29, 465 12

A coupled-cluster analysis of the photoelectron spectrum of. 2005, 103, 2223-2227

Novel bromine oxyfluorides: structures, thermochemistry and electron affinities of BrOF n /BrO
1973 (n = 1B). 2005, 103, 1995-2008

Thermodynamic and kinetic control in selective ligand transfer in conjugate addition of mixed

organocuprate Me(X)CuLi. 2005, 127, 4697-706

Spectroscopic and computational studies on the trans-mu-1,2-peroxo-bridged dinickel(ll) species
1071 [{Ni(tmc)}2 (02)](OTF)2: nature of end-on peroxo-nickel(ll) bonding and comparison with 21
peroxo-copper(ll) bonding. 2005, 44, 1752-62

Density functional theory study of NO adsorbed in A-zeolite. 2005, 109, 7948-51

71



CITATION REPORT

Computational studies of the H-cluster of Fe-only hydrogenases: geometric, electronic, and

1069 magnetic properties and their dependence on the [Fe4S4] cubane. 2005, 44, 9322-34 92

Selenium chemistry with DFT: molecular structures and 77Se NMR shielding constants. 2005, 103, 1007-1011

Reaction of Tungsten H -Acetylide Complexes [((5-C5H5)(NO)(CO)WIL?CR]Li with Iminium lons.

1067 2005, 24, 977-989 14

Ab initio study of complexes with two cations as N-H donors to F-: structures and spin-spin coupling
constants across N-H-F hydrogen bonds. 2005, 109, 10753-8

Combined quantum mechanical/molecular mechanical study on the pentacoordinated ferric and

ferrous cytochrome P450cam complexes. 2005, 109, 1268-80 e

1065

Assessing alkyl-, silyl-, and halo-substituent effects on the electron affinities of silyl radicals. 2005,
109, 10100-5

Characterizing hydrogen bonding and proton transfer in 2:1 FH:NH3 and FH:collidine complexes

1063 through one- and two-bond spin-spin coupling constants across hydrogen bonds. 2005, 109, 10759-69 30

Computational approaches to the determination of active site structures and reaction mechanisms
in heterogeneous catalysts. 2005, 363, 913-36; discussion 1035-40

1061 Positron binding energies for alkali hydrides. 2005, 109, 5956-64 63

Synthesis and reaction of [[HC(CMeNAr)2]Mn]2 (Ar = 2,6-iPr2C6H3): the complex containing
three-coordinate manganese(l) with a Mn-Mn bond exhibiting unusual magnetic properties and
electronic structure. 2005, 127, 9201-6

1059 Analytical gradients for LEDO-DFT. 2005, 103, 175-182 3

Considerations for Reliable Calculation of (77)Se Chemical Shifts. 2005, 1, 1119-27

1057 Real space optical gap calculations in oxygenated Si nanocrystals. 2005, 10, 69-72 4

Combined spectroscopic/computational study of binuclear Fe(l)-Fe(l) complexes: implications for
the fully-reduced active-site cluster of Fe-only hydrogenases. 2005, 44, 1794-809

Density-functional-theory studies of the infrared spectra of titanium carbide nanocrystals. 2005, L
1955 109, 12503-8 4

On the homolytic cleavage of the N,O bond in N-(methoxy)pyridine-2(1H)-thione and
N-(methoxy)thiazole-2(3H)-thione in thermally and photochemically induced reactions: a
theoretical study. 2005, 109, 5943-50

An efficient approach for the calculation of Franck-Condon integrals of large molecules. Journal of

1053 chemical Physics, 2005, 122, 244101 39 132

Haptotropic Metal Migration in Densely Substituted Hydroquinoid Phenanthrene Cr(CO)3

Complexes1. 2005, 24, 3219-3228

72



(2005-2005)

Dismutation of a Molybdenum(IV) AcetonitrileBINH2Complex to a Molybdenum(IV) Ethylimido
1051 Complex + N2:0Mechanistic Implications on the Protonation of Coordinated Nitriles at the 11
fCarbon Atom. 2005, 24, 5393-5406

Solvatochromism of a novel betaine dye derived from purine. 2005, 109, 759-66

L Asymmetric azido-copper(ll) bridges: ferro- or antiferromagnetic? experimental and theoretical L
049 magneto-structural studies. 2005, 44, 5501-8 57

Synthesis, structure determination, and spectroscopic/computational characterization of a series of
Fe(ll)-thiolate model complexes: implications for Fe-S bonding in superoxide reductases. 2005, 127, 1675-89

First-principles study of the optical transitions of F centers in the bulk and on the (0001) surface of

1047 @(203.2005, 72, 26

Unexpected ferromagnetic interaction in a new tetranuclear copper(ll) complex: synthesis, crystal
structure, magnetic properties, and theoretical studies. 2005, 44, 5011-20

Theoretical investigation of the reactivity of copper atoms with OCS: comparison with CS2 and
1045 c0o2. 2005, 109, 7932-7 =

Performance of molecular orbital methods and density functional theory in the computation of
geometries and energies of metal aqua ions. 2005, 109, 1510-27

Pulsed EPR investigations of systems modeling molybdenum enzymes: hyperfine and quadrupole 6
1043 parameters of oxo-170 in [Mo 170(SPh)4]-. 2005, 127, 16713-22 4

Interaction of a bulky N-heterocyclic carbene ligand with Rh(l) and Ir(l). Double C-H activation and
isolation of bare 14-electron Rh(lll) and Ir(lll) complexes. 2005, 127, 3516-26

1041 Irli(ethene): metal or carbon radical?. 2005, 127, 1895-905 67

Intrinsic Carbon-Carbon Bond Reactivity at the Manganese Center of Oxalate Decarboxylase from
Density Functional Theory. 2005, 1, 994-1007

Spectroscopic and computational studies of Ni superoxide dismutase: electronic structure

1039 contributions to enzymatic function. 2005, 127, 5449-62 102

Performance of nonrelativistic and quasi-relativistic hybrid DFT for the prediction of electric and
magnetic hyperfine parameters in 57Fe MIEsbauer spectra. 2005, 44, 2245-54

1037 HLactone Synthesis from Epoxide and CO: Reaction Mechanism Revisited. 2005, 24, 2533-2537 42

Kinetic and donor stabilization of organotellurenyl iodides and azides. 2005, 44, 5254-65

Tunable photoluminescence of closed-shell heterobimetallic Au-Ag dicyanide layered systems.
1935 2005, 109, 4317-23 33

Electronic structure studies of the adenosylcobalamin cofactor in glutamate mutase. 2005, 44, 15167-81

73



CITATION REPORT

o Synthesis and structural characterization of novel neutral hexacoordinate silicon(IV) complexes 5
33 with SiO2N4 skeletons containing cyanato-N or thiocyanato-N ligands. 2005, 44, 2337-46 J

Probing the geometric and electronic structures of the low-temperature azide adduct and the
product-inhibited form of oxidized manganese superoxide dismutase. 2005, 44, 1504-20

1031 How the Co-C bond is cleaved in coenzyme B12 enzymes: a theoretical study. 2005, 127, 9117-28 93

Nonradiative relaxation in thiophene-S,S-dioxide derivatives: the role of the environment. 2005,
109, 6004-11

Toward identification of the compound I reactive intermediate in cytochrome P450 chemistry: a

1029 QM/MM study of its EPR and MIBsbauer parameters. 2005, 127, 5840-53

Spectroscopic studies of the anaerobic enzyme-substrate complex of catechol 1,2-dioxygenase.
2005, 127, 16882-91

Determination of the g-tensors and their orientations for cis,trans-(L-N252)Mo(V)OX (X = Cl,

1027 SCH2Ph) by single-crystal EPR spectroscopy and molecular orbital calculations. 2005, 44, 1290-301 34

Naked (C5Me5)2M cations (M = Sc, Ti, and V) and their fluoroarene complexes. 2005, 127, 14310-9

Theoretical Surface Spectroscopy of NO on the Pt(111) Surface with the DAM (Dipped Adcluster

1025 Model) and the SAC-CI (Symmetry-Adapted-Cluster Configuration-Interaction) Method. 2005, 1, 239-47 5

Metal versus ligand alkylation in the reactivity of the (bis-iminopyridinato)Fe catalyst. 2005, 127, 13019-29

1023 Electronic structure of Cob(l)alamin: the story of an unusual nucleophile. 2005, 109, 10505-12 39

Analytical time-dependent density functional derivative methods within the RI-J approximation, an
approach to excited states of large molecules. Journal of Chemical Physics, 2005, 122, 064105

Exchange coupling in transition-metal complexes via density-functional theory: comparison and

1021 reliability of different basis set approaches. Journal of Chemical Physics, 2005, 123, 074102 39 98

Carboborosilazane ceramics: initial reactions between TSDE and methylamine [& combined
quantum chemical and first principles molecular dynamics study. 2005, 351, 1113-1120

Theoretical investigation of iron isotope fractionation between Fe(H20)63+ and Fe(H20)62+:

1019 Implications for iron stable isotope geochemistry. 2005, 69, 825-837

190

Three-step mechanism of the water recombination reactions on SiO2/Si surface in the first stage of
Zr02 atomic layer deposition. 2005, 33, 59-65

Systematic assignment of the configuration of flexible natural products by spectroscopic and

1017 computational methods: the bistramide C analysis. 2005, 7, 5269-72 27

Determination of structural parameters for ferrocenecarboxaldehyde using Fourier transform

microwave spectroscopy. Journal of Chemical Physics, 2005, 123, 054317

74



(2005-2005)

Experimental and theoretical evidence for cyclic selenurane formation during selenomethionine

1015 oxidation. 2005, 3, 4337-42 32

Exchange coupling behavior of cyano-bridged binuclear Fe(lll)Bli(ll) complexes: a density functional
theory combined with broken-symmetry approach. 2005, 29, 1285

The final catalytic step of cytochrome p450 aromatase: a density functional theory study. 2005,

1013 127, 5224-37 97

Polarizable continuum model study of solvent effects on electronic circular dichroism parameters.
Journal of Chemical Physics, 2005, 122, 024106

1011 Molecular Dynamics of Neutral and Protonated Ferrocene. 2005, 24, 1516-1527 37

Spectroscopic and electronic structure studies of the trinuclear Cu cluster active site of the
multicopper oxidase laccase: nature of its coordination unsaturation. 2005, 127, 13832-45

Synthesis and photochromism of two new 1,2-bis(thiazolyl)perfluorocyclopentenes with chelating

1009 ites. 2005, 29, 439-446 n

Synthesis, crystal structures and magnetic properties of cyanide- and phenolate-bridged
[M(IINIll]2 tetranuclear complexes (M=Fe and Cr). 2005, 1357-64

Ab initio study of the influence of trimer formation on one- and two-bond spin-spin coupling
1007 constants across an X-H-Y hydrogen bond: AH:XH:YH3 complexes for A, X = 19F, 35Cland Y = 15N, 10
31P. 2005, 109, 2350-5

Catalytic Oligomerization of Ethylene to Higher Linear BOlefins Promoted by Cationic Group 4
Cyclopentadienyl-Arene Active Catalysts: Toward the Computational Design of Zirconium- and
Hafnium-Based Ethylene Trimerization Catalysts. 2005, 24, 256-265

Preparation, solid-state characterization, and computational study of a crown ether attached to a

1005 squaramide. 2005, 7, 1437-40 32

Principal active species of horseradish peroxidase, compound I: a hybrid quantum
mechanical/molecular mechanical study. 2005, 127, 13611-21

Density Functional Methods for Excited States: Equilibrium Structure and Electronic Spectra. 2005,

1003 16 93-128

169

Molecular and electronic structure of square-planar nickel I, nickel lll and nickel 1l pi-cation radical
complexes with a tetradentate o-phenylenedioxamidate redox-active ligand. 2005, 2527-38

Diastereo- and Enantiomerically Pure Zwitterionic Spirocyclic BSi-[(Ammonio)methyl]silicates with
1001 an SiO2N2C Skeleton Containing Two Bidentate Chelate Ligands Derived from BAmino Acidss§. 12
2005, 24, 5560-5568

Treatment of substitution and rearrangement mechanisms of transition metal complexes with
quantum chemical methods. 2005, 105, 2003-37

DFT calculations, structural and spectroscopic studies on the products formed between IBr and
999 N,N’-dimethylbenzoimidazole-2(3H)-thione and -2(3H)-selone. 2005, 2252-8 31

Excited-state intramolecular proton transfer: a survey of TDDFT and RI-CC2 excited-state potential

energy surfaces. 2005, 109, 3201-8

75



CITATION REPORT

Electronic structure of square planar bis(benzene-1,2-dithiolato)metal complexes [M(L)(2)](z) (z =
997 2-,1-,0; M =Ni, Pd, Pt, Cu, Au): an experimental, density functional, and correlated ab initio study. 243
2005, 44, 5345-60

Comparative investigation on non-IPR C68 and IPR C78 fullerenes encaging Sc3N molecules. 2005,
109, 8865-73

Optimization of auxiliary basis sets for RI-MP2 and RI-CC2 calculations: Corelalence and
995 quintuple-basis sets for H to Ar and QZVPP basis sets for Li to Kr. 2005, 7, 59-66 552

Synthesis and X-ray structure of the MnlICl2 and MnllIF2 complexes of
N,N’-dimethyl-2,11-diaza[3,3](2,6)pyridinophane. High-field electron paramagnetic resonance and
density functional theory studies of the Mnlll complex. Evidence for a low-lying spin triplet state.

Spectral broadening and diffusion by torsional motion in biphenyl. Journal of Chemical Physics, 2005 6
993123, 144311 39 64

Structure and binding energy of anion-pi and cation-pi complexes: a comparison of MP2, RI-MP2,
DFT, and DF-DFT methods. 2005, 109, 4632-7

991  Quantum Dots: Fundamentals, Applications, and Frontiers. 2005, 8

Inorganic-metalorganic hybrids based on copper(ll)-monosubstituted Keggin polyanions and
dinuclear copper(ll)-oxalate complexes. Synthesis, X-ray structural characterization, and magnetic
properties. 2005, 44, 9731-42

989 Theoretical study of singlet and triplet excitation energies in oligothiophenes. 2005, 109, 3078-85 66

Excited state properties of 7-hydroxy-4-methylcoumarin in the gas phase and in solution. A
theoretical study. 2005, 109, 11860-9

3 Solution state structure determination of silicate oligomers by 29SI NMR spectroscopy and
997 molecular modeling. 2006, 128, 2324-35 74

The performance of semilocal and hybrid density functionals in 3d transition-metal chemistry.
Journal of Chemical Physics, 2006, 124, 044103

3 Malonate-containing manganese(lll) complexes: synthesis, crystal structure, and magnetic
995 properties of AsPh4[Mn(mal)2(H20)2]. 2006, 45, 1012-20 49

Photophysical and Theoretical Studies on Luminescent Tetranuclear Coinage Metal Building Blocks.
2006, 25, 3639-3646

Density functional study of magnetostructural correlations in cubane complexes containing the

983 Cu404 core. 2006, 16, 2729-2735 100

ansa-Chromocene Complexes. 2. Isocyanide Derivatives of Cr(ll) and Cr(lll), Their Syntheses, X-ray
Crystal Structures, and Physical Properties. 2006, 25, 719-732

Gaussian basis sets of triple and quadruple zeta valence quality for correlated wave functions. 2006

, 104, 2945-2954 88

981

Density functional study on geometrical features and electronic structures of di-mu-oxo-bridged

[Mn202(H20)8]qg+ with Mn(l1), Ma(lll), and Mn(1V). 2006, 110, 13895-914




(2006-2006)

Structural and electronic differences of copper(l) complexes with tris(pyrazolyl)methane and

979 hydrotris(pyrazolyl)borate ligands. 2006, 45, 1698-713 e

X-ray absorption edge spectroscopy and computational studies on LCuO2 species:
Superoxide-Cu(ll) versus peroxide-Cu(lll) bonding. 2006, 128, 8286-96

Molecular and electronic structures of tetrahedral complexes of nickel and cobalt containing
977 N,N’-disubstituted, bulky o-diiminobenzosemiquinonate(1-) pi-radical ligands. 2006, 45, 6298-307 94

Reaction of the Diimine Pyridine Ligand with Aluminum Alkyls:[An Unexpectedly Complex

Reaction. 2006, 25, 1036-1046

Stereoselective synthesis of 3,6-disubstituted-3,6-dihydropyridin-2-ones as potential
975 diketopiperazine mimetics using organocopper-mediated anti-SN2' reactions and their use in the 31
preparation of low-molecule CXCR4 antagonists. 2006, 71, 3942-51

The case of the weak N-X bond: Ab initio, semi-experimental, and experimental equilibrium

structures of XNO (X = H, F, Cl, OH) and FNO2. 2006, 110, 13609-17

Early excited state dynamics of 6-styryl-substituted pyrylium salts exhibiting dual fluorescence.

973 2006, 110, 9988-94 26

A first structural and theoretical comparison of pyridinylidene-type rNHC (remote N-heterocyclic

carbene) and NHC complexes of Ni(ll) obtained by oxidative substitution. 2006, 1226-33

Exchange coupling across the cyanide bridge: structural and DFT interpretation of the magnetic

971 properties of a binuclear chromium(lll) complex. 2006, 948-54 20

High accuracy calculations of the optical gap and absorption spectrum of oxygen contaminated Si
nanocrystals. 2006, 8, 808-13

Nickel(0) Complexes of N-Alkyl-Substituted N-Heterocyclic Carbenes and Their Use in the Catalytic

969 Carbonllarbon Bond Activation of Biphenylene. 2006, 25, 4196-4206 163

Synthesis, coordination to Au(l) and photophysical properties of a novel polyfluorinated
benzothiazolephosphine ligand. 2006, 3672-7

967  Synthesis, reactivity and structural studies of selenide bridged carboranyl compounds. 2006, 5240-7 23

Analysis of the magneto-structural correlations in the
meso-tetraphenylporphyrinatomanganese(lll) tetracyanoethenide family of molecule-based
magnets. 2006, 16, 2600-2611

6 P-Heterocyclic carbenes as potential ligands in the design of new metathesis catalysts. A L
965 computational study. 2006, 2214-24 4

Valence ionization spectra of 4kelectron molecules with low-lying satellites involving nfi and
B transitions. 2006, 104, 971-982

963 .2006, 5, 745-749 2

Distributed memory parallel implementation of energies and gradients for second-order

MO |ler-Plesset perturbation theory with the resolution-of-the-identity approximation. 2006, 8, 1159-69

77



961

959

957

955

953

o

949

947

945

CITATION REPORT

QM/MM modelling of the TS-1 catalyst using HPCx. 2006, 16, 1919 42

On the site-specificity of polycarbonyl complexes in Cu/zeolites: combined experimental and DFT
study. 2006, 8, 5535-42

EXAFS structure refinement supplemented by computational chemistry. 2006, 74, 21

Comparative study of the hypercoordinate ions C7H9+ and C8H9+ by the ab initio/GIAO-CCSD(T)
method. 2006, 110, 11320-3

Multireference ab initio calculations on reaction intermediates of the multicopper oxidases. 2006,
45,11051-9 39

Conical intersections in thymine. 2006, 110, 13238-44

Stereo-electronic interaction in complex molecules: cyclopropyl conjugation with Lewis acidic
centres across connecting carbon-carbon triple bonds. 2006, 3912-4

Computational study of the energetics of 3Fe(CO)4, 1Fe(CO)4 and 1Fe(CO)4(L), L = Xe, CH4, H2 and
CO0. 2006, 8, 93-100

The vibrational dynamics of carbon monoxide in a confined space-CO in zeolites. 2006, 8, 4849-52 72

Vibrational and electron paramagnetic resonance properties of free and MgO supported AuCO
complexes. Journal of Chemical Physics, 2006, 124, 174709

[Fe(bpym)(CN)4]-: a new building block for designing single-chain magnets. 2006, 128, 4842-53 241

Local CC2 electronic excitation energies for large molecules with density fitting. Journal of
Chemical Physics, 2006, 125, 104106

Octahedral non-heme oxo and non-oxo Fe(IV) complexes: an experimental/theoretical comparison.
2006, 128, 13515-28 40

Vibrational markers for the open-shell character of transition metal bis-dithiolenes: an infrared,
resonance raman, and quantum chemical study. 2006, 128, 4422-36

Theoretical study of the relationship between the nearest-neighbor exchange coupling interactions
and the number of peripheral complexes in the cyano-bridged CrMn6(CN)6 and CrMn2(CN)2 12
clusters. 2006, 110, 5096-101

Determination of the solution structures of melamine-based bis- and tris-macrocyclic ligand
copper(ll) complexes. 2006, 45, 3632-8

Spectroscopic studies of the corrinoid/iron-sulfur protein from Moorella thermoacetica. 2006, 128, 5010-20 43

Accurate Coulomb-fitting basis sets for H to Rn. 2006, 8, 1057-65




(2006-2006)

Density functional theory and DFT+U study of transition metal porphines adsorbed on Au(111)
943 surfaces and effects of applied electric fields. 2006, 128, 3659-68 90

Geometries of Transition-Metal Complexes from Density-Functional Theory. 2006, 2, 1282-90

Ab Initio/GIAO-CCSD(T) study of bicyclic and related strained olefins. Structures and 13C NMR

94T chemical shifts. 2006, 110, 7197-201 1

The boat-shaped polyketide resistoflavin results from re-facial central hydroxylation of the discoid
metabolite resistomycin. 2006, 128, 14619-24

Second-order correction to perfect pairing: an inexpensive electronic structure method for the
939 treatment of strong electron-electron correlations. Journal of Chemical Physics, 2006, 124, 114107 39 32

THE PECULIAR ELECTRONIC STRUCTURE OF THE DI-METALLOCENE: THE EVIDENCE FOR THE
STABILITY AND THE CHARACTER OF METALMETAL BOND. 2006, 05, 461-473

Contrasting photochemical and thermal reactivity of Ru(CO)2(PPh3)(dppe) towards hydrogen
937 rationalised by parahydrogen NMR and DFT studies. 2006, 2072-80 5

Haeckelites: A promising anode material for lithium batteries application. An ab initio and
molecular dynamics theoretical study. 2006, 89, 233125

935 Singlet fission for dye-sensitized solar cells: can a suitable sensitizer be found?. 2006, 128, 16546-53 329

The Mechanism of Epoxide Opening through Electron Transfer: Experiment and Theory in Concert. 39-69

Transition state analogues for nucleotidyl transfer reactions: Structure and stability of pentavalent
933 vanadate and phosphate ester dianions. 2006, 110, 14988-99 27

Iron Porphyrin Chemistry. 2006,

L Molecular and electronic structures of oxo-bis(benzene-1,2-dithiolato)chromate(V) monoanions. A 3
93 combined experimental and density functional study. 2006, 45, 3499-509 4

DFT and TDDFT study related to electron transfer in nonbonded porphine...C60 complexes. 2006,
110, 12213-21

Spectroscopic and computational studies of reduction of the metal versus the tetrapyrrole ring of

929 coenzyme F430 from methyl-coenzyme M reductase. 2006, 45, 11915-33 10

Density functional theory study of the beta-carotene radical cation and deprotonated radicals.
2006, 110, 24750-6

927 [CpNi(dithiolene)] (and diselenolene) neutral radical complexes. 2006, 45, 8194-204 42

Density functional calculations of 3He chemical shift in endohedral helium fullerenes: Neutral,

anionic, and di-helium species. 2006, 110, 12338-41

79



925

SR

921

DY

SR

AL

SR

911

g

CITATION REPORT

Computational insights into the mechanism of radical generation in B12-dependent

methylmalonyl-CoA mutase. 2006, 128, 1287-92 68

Assigning Photoelectron Spectra of Transition Metal Organometallic Complexes on the Basis of
KohnBham Orbital Energies. 2006, 25, 2553-2560

Ancisheynine, the first n,c-coupled naphthylisoquinoline alkaloid: total synthesis and
stereochemical analysis. 2006, 8, 1037-40 52

Solid-state nitrogen-15 NMR and quantum chemical study of N,N-dimethylaniline derivatives. 2006,
71, 8794-9

Quantum-Chemical Study of the Effect of Triethylaluminum on the Chain-End Structure and
Tacticity of Poly(N,N-dimethylacrylamide) with Lithium Counterion in THF. 2006, 39, 4228-4234 9

A Fast Implementation of Perfect Pairing and Imperfect Pairing Using the Resolution of the Identity
Approximation. 2006, 2, 300-5

Ferromagnetic bonding: high spin copper clusters (n+1)Cu(n); n = 2-14) devoid of electron pairs but
possessing strong bonding. 2006, 110, 8510-8 24

Formation of Hydrogen Bonds in Complexes between Dimethylcuprate(l) Anion and Methane,
Propane, or Dimethyl Ether. A Theoretical Study. 2006, 25, 5709-5723

Color tuning in rhodopsins: the mechanism for the spectral shift between bacteriorhodopsin and L
sensory rhodopsin Il. 2006, 128, 10808-18 79

In silico design of a mutant of cytochrome P450 containing selenocysteine. 2006, 128, 2649-53

Two-state reactivity, electromerism, tautomerism, and "surprise" isomers in the formation of
compound Il of the enzyme horseradish peroxidase from the principal species, compound I. 2006, 57
128, 8185-98

Primary reaction steps of Al13- clusters in an HCl atmosphere: snapshots of the dissolution of a
base metal. 2006, 128, 7904-8

Structure and bonding in monomeric iron(lll) complexes with terminal oxo and hydroxo ligands.
2006, 45, 1732-8 5

Ancistrocladinium A and B, the first N,C-coupled naphthyldihydroisoquinoline alkaloids, from a
Congolese ancistrocladus species. 2006, 71, 9348-56

Differential sensing of protein influences by NO and CO vibrations in heme adducts. 2006, 128, 16834-45 64

Molecular mechanical devices based on quinone-pyrrole and quinone-indole dyads: a computational
study. 2006, 110, 8158-65

Density functional study of electron paramagnetic resonance parameters and spin density
distributions of dicopper(l) complexes with bridging azo and tetrazine radical-anion ligands. 2006, 17
110, 4021-33

Structural and magnetic diversity in cyano-bridged bi- and trimetallic complexes assembled from

cyanometalates and [M(rac-CTH)]n+ building blocks (CTH =
d,l-5,5,7,12,12,14-hexamethyl-1,4,8,11-tetraazacyclotetradecane). 2006, 45, 10537-51

8o



(2006-2006)

o Sharing orbitals: ultrafast excited state deactivations with different outcomes in bucky ferrocenes
997 and ruthenocenes. 2006, 128, 9420-7 54

TD-DFT description of photoabsorption and electron transfer in a covalently bonded
porphyrin-fullerene dyad. 2006, 110, 12470-6

Photophysics of organic photostabilizers. Ab initio study of the excited-state deactivation

995 mechanisms of 2-(2’-hydroxyphenyl)benzotriazole. 2006, 110, 6301-6 104

Structure and properties of the Ni@Si12 cluster from all-electron ab initio calculations. 2006, 73,

903 Density-functional theory study of Iron(lll) hydrolysis in aqueous solution. 2006, 110, 7713-8 42

An ab initio study of 15N-11B spin-spin coupling constants for borazine and selected derivatives.
2006, 110, 9959-66

Electronic structure of mononuclear bis(1,2-diaryl-1,2-ethylenedithiolato)iron complexes
go1 containing a fifth cyanide or phosphite ligand: a combined experimental and computational study. 29
2006, 45, 7877-90

Computer-aided design of promising photochemical alkoxy radical precursors. 2006, 110, 12330-7

899 Karplus-type equations for 1J(X-Y) in molecules HmX-YHn: (X, Y =N, O, P, S). 2006, 110, 12543-5 12

High-level coupled-cluster methods for electron spin resonance spectra: on the experimental
spectrum of the silacyclobutane radical cation. 2006, 110, 4473-8

Ab initio studies on nanoscale friction between fluorinated diamond surfaces: effect of model size

897 and level of theory. 2006, 110, 16660-5 12

Single and dual cation sites in zeolites: theoretical calculations and FTIR spectroscopic studies on
CO adsorption on K-FER. 2006, 110, 22542-50

3 Effect of N-methylation of macrocyclic amine ligands on the spin state of iron(lll): a tale of two o
95 Fluoro complexes. 2006, 45, 2027-37 4

Heisenberg Exchange in Dinuclear Manganese Complexes: A Density Functional Theory Study.
2006, 2, 981-9

893  Synthesis, structure, and reactivity of a stabilized calcium carbene: R(2)CCa. 2006, 128, 14676-84 99

Intramolecular charge-transfer mechanism in quinolidines: the role of the amino twist angle. 2006,
128, 15672-82

Systematic ab initio study of 15N-15N and 15N-1H spin-spin coupling constants across N-H+-N
891 hydrogen bonds: predicting N-N and N-H coupling constants and relating them to hydrogen bond 35
type. 2006, 110, 7496-502

Diastereoselective Synthesis of Arene Ruthenium(ll) Complexes Containing Chiral

Phosphetane-Based Tethersl]1. 2006, 25, 2607-2616

81



CITATION REPORT

889 Magnetic study on a two-dimensional coordination polymer with mixed bridging ligands. 2006, 110, 7677-81 22

Collision-energy-resolved Penning ionization electron spectroscopy of thiazole and benzothiazole:
study of ionic states and anisotropic interactions between a metastable He(23S) atom and hetero
cyclic compounds. 2006, 110, 7097-104

Ab initio/GIAO-CCSD(T) study of propenoyl (H2C=CH-CO+) and isopentenoyl ((CH3)2C=CH-CO+)

887 cations and their superelectrophilic protonated dications. 2006, 110, 1041-5

11

EPR and DFT studies of the structure of phosphinyl radicals complexed by a pentacarbonyl
transition metal. 2006, 110, 9736-42

Intra- and inter-molecular phosphoryl migration in phosphinothiazolines; precursors to polynuclear

885 complexes and bimetallic coordination polymers. 2006, 3098-100

28

Synthesis and properties of gold alkene complexes. Crystal structure of
[Au(bipy(oXyl))(eta(2)-CH(2)=CHPh)](PF(6)) and DFT calculations on the model cation
[Au(bipy)(eta(2)-CH(2)=CH(2))](+). 2006, 5703-16

Accurate magnetic exchange couplings in transition-metal complexes from constrained

883 density-functional theory. Journal of Chemical Physics, 2006, 124, 024103 39 96

Quantum chemical study of the inhibitive properties of 2-pyridyl-azoles. 2006, 110, 8928-34

881 Theoretical study of the exchange coupling in a Ni12 single-molecule magnet. 2006, 2643-6 21

Photophysics of intramolecularly hydrogen-bonded aromatic systems: ab initio exploration of the
excited-state deactivation mechanisms of salicylic acid. 2006, 8, 3410-7

3 Role of electron-driven proton-transfer processes in the excited-state deactivation of the L
79 adenine-thymine base pair. 2006, 110, 9031-8 73

Reactions of mixed silver-gold cluster cations AgmAun + (m+n=4,5,6) with CO: radiative association
kinetics and density functional theory computations. Journal of Chemical Physics, 2006, 125, 104308 39

Calculation of zero-field splitting parameters: comparison of a two-component noncolinear
877 spin-density-functional method and a one-component perturbational approach. Journal of Chemical 3.9 59
Physics, 2006, 125, 054110

The effects of oxygen and boron functionalization on the optical properties of dithienothiophenes.
2006, 352, 2461-2464

3 Ab initio study of hydrogen bonding and proton transfer in 3:1 FH:NH3 and FH:collidine complexes: L
75 structures and one- and two-bond coupling constants across hydrogen bonds. 2006, 110, 1128-33 5

Ligand Bridged Heterodinuclear Transition Metal Complexes [Byntheses, Structures and
Electrochemical Investigations. 2006, 632, 541-552

A Diazabutadiene stabilized Nickel(0) Cyclooctadiene Complex: Synthesis, Characterization and the

873 Reaction with Diphenylacetylene. 2006, 632, 807-813 26

Ge[N(SiMe2iPr)2]2: Ein neues Germylen und dessen Koordinationschemie fBrt zu der ki fzesten

Gello-Bindung. 2006, 632, 935-938

82



(2006-2006)

The Stepwise Fragmentation and Modification of a Structurally well-defined Metalloid Clusterin

the Gas-Phase [Ffrom [Ge9R3]R = Si(SiMe3)3) to [Ge9]lbnd [Ge9Si][2006, 632, 1710-1716 28

Influence of the Jahn-Teller effect on absorption and photoluminescence spectra of Si
nanocrystals. 2006, 3, 3561-3564

869 Kernel energy method: Basis functions and quantum methods. 2006, 106, 447-457 25

HF and MP2 calculations on CN[IN2, AlF, SiO, PN, SC, CIB, and P2 using correlated molecular wave
functions. 2006, 106, 943-951

867 Dispersion treatment for NDDO-based semiempirical MO techniques. 2006, 106, 1208-1216 27

Theoretical study of the magnetic exchange coupling behavior substituting Cr(l1l) with Mo(lll) in
cyano-bridged transition metal complexes. 2006, 106, 1551-1560

Orbital hardness tensors from hydrogen through xenon from KohnBham perturbed orbitals. 2006,

865 106, 1396-1405

Quantum-chemical study of the structure and catalytic activity of titanium and zirconium
bis(phenoxyimine) complexes. 2006, 410, 269-271

Quantum chemical study on the electronic structure and second-order nonlinear optical properties

863 of salen-type Schiff bases. 2006, 70, 91-98 27

Vibrationally resolved C and O 1s photoelectron spectra of carbon monoxides. 2006, 417, 89-93

861 A theoretical ab initio study of [n.n]paracyclophane complexes with cations. 2006, 417, 371-377 9

Cavity ring-down spectroscopy of jet-cooled 1-pyrenecarboxyaldehyde (C17H100) and
1-methylpyrene (C17H12) cations. 2006, 422, 518-521

3 Computational analysis of the conformations of a doubly linked porphyrinBullerene dyad. 2006,
59 424,156-161 5

Ab initio and DFT study of the exchange coupling in the highly reduced polyoxoanion
[PM012040(V0)2]502006, 428, 88-92

An approximate second-order M0 |lerBlesset perturbation approach for large molecular

857 calculations. 2006, 427, 225-229 26

An approach based on genetic algorithms and DFT for studying clusters: (H20)n (2 ? n ? 13) cluster
analysis. 2006, 323, 553-562

3 Comment on A theoretical study of nanoporous organic molecules for hydrogen storagell
55 [Micropor. Mesopor. Mater. 89 (2006) 138]. 2006, 94, 371-372

Interpretation of EXAFS spectra for sitting-atop complexes with the help of computational

methods. 2006, 359, 1081-1092

83



CITATION REPORT

A novel polymeric Cu(ll) assemblage and a monomeric Ni(ll) complex from a new easy-to-prepare L
flexible polytopic ligand: Synthesis, structural and magnetic studies. 2006, 25, 1271-1278 7

Crystal structures, spectroscopic characterization and theoretical calculations of the guanidinium
and ammonium salts of the insulin-enhancing anion [VO2(dipic)]02006, 25, 2920-2928

Raman spectroscopy of diamondoids. 2006, 64, 681-92 57

The molecular structure and vibrational spectra of corrolazine metal complexes (CzM) by density
functional theory. 2006, 64, 795-800

Modelling of UV-molecular spectra of several bis-pyrazolopyridines derivatives. 2006, 65, 511-6 1

Low-temperature fluorination of fluoro-containing polymers. 2006, 127, 1294-1301

Theoretical spectroscopy of model-nonheme [Fe(IV)OL5]2+ complexes in their lowest triplet and

quintet states using multireference ab initio and density functional theory methods. 2006, 100, 716-26 123

Iron-sulfur clusters: why iron?. 2006, 100, 1436-9

Exchange coupling interactions in a Fe6 complex: A theoretical study using density functional
theory. 2006, 384, 116-119 7

Preparation and characterization of 3-(4,5-ethylenedithio-1,3-dithiol-2-ylidene)naphthopyranone: a
luminescent redox-active donorBcceptor compound. 2006, 62, 11106-11111

The phosphorus clusters Pn (n=1B) and their anions: Structures and electron affinities. 2006, 759, 225-238 27

Lewis acidity of group 14 tetrahalides in gas phase. 2006, 767, 103-111

The "azido gauche effect"-implications for the conformation of azidoprolines. 2006, 128, 14697-703 98

Modeling the kinetics of bimolecular reactions. 2006, 106, 4518-84

Electronic structure of bis(imino)pyridine iron dichloride, monochloride, and neutral ligand
complexes: a combined structural, spectroscopic, and computational study. 2006, 128, 13901-12 425

Prediction of activation energies for hydrogen abstraction by cytochrome p450. 2006, 49, 6489-99

Cu(l) cloride complexes with 4,5-(2-pyridylethylene)dithio-1,3-dithiol-2-thione and
triphenylphosphine. 2006, 32, 142-150

Quantum-chemical study of adducts of germanium halides with nitrogen-containing donors. 2006,

76, 545-553

84



(2021-2006)

3 Spectroscopy and photoreactivity of trichochromes: molecular components of pheomelanins. 2006, L
35 82,318-23 5

Actinide Chemistry in Solution, Quantum Chemical Methods and Models. 2006, 115, 145-160

Spin-spin contributions to the zero-field splitting tensor in organic triplets, carbenes and

833 biradicals-a density functional and ab initio study. 2006, 110, 12267-75 165

BornDppenheimer Interatomic Forces from Simple, Local Kinetic Energy Density Functionals. 2006
,13,111-129

A single-crystal ENDOR and density functional theory study of the oxidized states of the [NiFe]
hydrogenase from Desulfovibrio vulgaris Miyazaki F. 2006, 11, 41-51 99

Electronic structure, statistical mechanical simulations, and EXAFS spectroscopy of aqueous
potassium. 2006, 115, 86-99

Study of interactions of various ionic species with solvents toward the design of receptors. 2006,
115, 127-135 49

O-Heterocycle Synthesis via Intramolecular C-H Alkoxylation Catalyzed by Iron Acetylacetonate.
2021, 143, 7480-7489

Experimental and theoretical studies on solvent extraction of uranium(V1) with hexapropyl and
hexabutyl phosphoramide extractants. 1-21

Electrochemically Driven Reduction of Carbon Dioxide Mediated by Mono-Reduced Mo-Diimine
Tetracarbonyl Complexes: Electrochemical, Spectroelectrochemical and Theoretical Studies. 2021,
8, 1899-1910

825  Vibrational Analysis of Benziodoxoles and Benziodazolotetrazoles. 2021, 1, 45-68 2

Visualisation of Chemical Shielding Tensors (VIST) to Elucidate Aromaticity and Antiaromaticity.
2021, 2021, 2529-2539

823  Phonon Kinetics of Fructose at the Melting Transition. 2021, 125, 12269-12276 fe)

DFT Approach for Predicting 13C NMR Shifts of Atoms Directly Coordinated to Nickel. 2021, 40, 1614-1625

Structure, DFT studies and evaluation of catechol oxidase (CO) mimic activity of mononuclear Co(ll)

821 complexes derived from aminoalcohols: an experimental and theoretical approach. 2021, 1-11

Substructure shock-friction theory for molecular transport in liquids. 2021, 330, 115655

Chemical reactivity studies by the natural orbital functional second-order Ml |lerRlesset
(NOF-MP2) method: water dehydrogenation by the scandium cation. 2021, 140, 1 5

Structure, electronic properties and slippage of cyclopentadienyl and indenyl ligands in the

(FB-C5H5) (EB-C5H5) W(CO)2 and (Fb-C9H7) (EB-COH7)W(CO)2 complexes: A C-PCM investigation.
2021, 329, 115535




CITATION REPORT

All-electron triple zeta basis sets for ZORA calculations: Application in studies of atoms and

817 molecules. 2021, 771, 138548 4

Imidazole/4,4?-azopyridine bridging binuclear Ru(ll) complexes: design, synthesis, bimolecular
interactions and cytotoxicity against HeLa cell line. 2021, 18, 3313

Analysis of Non-innocence of Phosphaquinodimethane Ligands when Charge and Aromaticity Come

815 into Play. 2021, 27, 9350-9359

Fluxional bis(phenoxy-imine) Zr and Ti catalysts for polymerization. 2021, 140, 1

813  Perturbing the O-HO Hydrogen Bond in 1-oxo-3-hydroxy-2-propene. 2021, 26, 0

Atomistic Simulations of Laser-Controlled Exciton Transfer and Stabilization in Symmetric Double
Quantum Dots. 2021, 125, 4793-4804

Interaction between carboplatin with B12P12 and Al12P12 nano-clusters: A computational

811 rvestigation. 2021, 196, 751-759

Investigation of lanthanide complexation with acetohydroxamic acid in nitrate medium:
experimental and DFT studies. 2021, 133, 1

Antiferromagnetically coupled [Fe8S9] cluster catalyzed acetylene reduction in a nitrogenase-like

809 enzyme DCCPCh: Insights from QM/MM calculations. 2021, 398, 67-75 4

A density functional theory study of Fe(ll)/Fe(lll) distribution in single layer green rust: a cluster
approach. 2021, 22, 3

807 MLatom 2: An Integrative Platform for Atomistic Machine Learning. 2021, 379, 27 15

[Au(SR)] Ring as a New Type of Protection Ligand in a New Atomic Structure of Au(SR) Nanocluster.
2021, 125, 5933-5938

Computational Insights on the Potential of Some NSAIDs for Treating COVID-19: Priority Set and

805 | ead Optimization. 2021, 26, 35

Structural Origins of Voltage Hysteresis in the Na-lon Cathode P2-Na[MgMn]O: A Combined
Spectroscopic and Density Functional Theory Study. 2021, 33, 4890-4906

Experimental and DFT study on titanium-based half-sandwich metallocene catalysts and their

803 application for production of 1-hexene from ethylene. 2021, 509, 111636

Microsolvation of the Be-F bond in complexes of BeF2, BeF3fl, and BeF4@ with nH2O, for n = 1B. €1933637

What Is the Catalytic Mechanism of Enzymatic Histone N-Methyl Arginine Demethylation and Can It

8o1 Be Influenced by an External Electric Field?. 2021, 27, 11827-11836 5

Pathway Bifurcations in the Activation of Allylic Halides by Palladium and Their Influence on the

Dynamics of Fland ElAllyl Intermediates. 2021, 86, 9637-9650

86



(2021-2021)

Organoruthenium (I) complexes featuring pyrazole-linked thiosemicarbazone ligands: Synthesis,
799 DNA/BSA interactions, molecular docking, and cytotoxicity studies. 2021, 35, e6343

Molecular Dynamics Simulation of the Excited-State Proton Transfer Mechanism in
3-Hydroxyflavone Using Explicit Hydration Models. 2021, 125, 5765-5778

The Synthesis of a Bis(thiosemicarbazone) Macrocyclic Ligand and the Mn(ll), Co(ll), Zn(l1) and Ga(lll)
797 Complexes. 2021, 26,

Quantum chemical investigation of the ground- and excited-state acidities of a
dihydroxyfuranoflavylium cation. 2021, 140, 1

A Spectroscopically Validated Computational Investigation of Viable Reaction Intermediates in the
795 Catalytic Cycle of the Reductive Dehalogenase PceA. 2021, 3

Femtosecond dynamics of diphenylpropynylidene in ethanol and dichloromethane. 2021, 254, 119606

How Do Adsorbent Orientation and Direction of External Electric Field Affect the Charge-Transfer
793 surface-Enhanced Raman Spectra?. 2021, 125, 13382-13390

The synergy of CHEF and ICT toward fluorescence Eurn-onlprobes based on push-pull
benzothiazoles for selective detection of Cu2+ in acetonitrile/water mixture. 2021, 415, 113318

Towards mild conditions by predictive catalysis via sterics in the Ru-catalyzed hydrogenation of
79T thioesters. 2021, 510, 111692 4

First-principles based theoretical investigation of impact of polyolefin structure on photooxidation
behavior. 2021, 42, 1710-1719

3 Quantum-refinement studies of the bidentate ligand of V-nitrogenase and the protonation state of
7°9  co-inhibited Mo-nitrogenase. 2021, 219, 111426 3

Role of the X Coligands in Cyclometalated [Ni(Phbpy)X] Complexes (HPhbpy =
6-Phenyl-2,2?-bipyridine). 2021, 40, 1776-1785

3 Record High Magnetic Anisotropy in Three-Coordinate Mn and Cr Complexes: A Theoretical
797 Pperspective. 2021, 60, 9680-9687

New insights into the detection mechanism of Fgalactosidase in living cells with Fluorescent
probes. 2021, 773, 138597

3 Does the basicity of phosphoryl oxygen change with alkyl chain length in phosphate ligands?. 2021,
795 775, 138641

Accuracy of the equilibrium structure of sulphur dioxide*. e1950857

3 The interaction between carboplatin anticancer drug and B12N12 nano-cluster: A computational
7°3 investigation. 2021, 1-10 3

Preconcentration during the Di-(2-ethylhexyl) Phosphoric Acid-Assisted Dissolution of Uranium

Trioxide in an lonic Liquid: Spectroscopic, Electrochemical, and Theoretical Studies. 2021, 60, 10147-10157




CITATION REPORT

Combining Machine Learning and Computational Chemistry for Predictive Insights Into Chemical

781 Systems. 2021, 121, 9816-9872 53

Chelation enforcing a dual gold configuration in the catalytic hydroxyphenoxylation of alkynes.
2021, 35, €6362

A Combined Study of Tc Redox Speciation in Complex Aqueous Systems: Wet-Chemistry, Tc
779 K-/L-Edge X-ray Absorption Fine Structure, and Ab Initio Calculations. 2021, 60, 12285-12298 3

Hydricity of 3d Transition Metal Complexes from Density Functional Theory: A Benchmarking
Study. 2021, 26,

The vacuum ultraviolet absorption spectrum of norbornadiene: Vibrational analysis of the singlet
777  and triplet valence states of norbornadiene by configuration interaction and density functional 39 1
calculations. Journal of Chemical Physics, 2021, 155, 034308

Deactivation blocks proton pathways in the mitochondrial complex I. 2021, 118,

Doping effect on the structure and properties of eight-electron silver nanoclusters. Journal of
775 Chemical Physics, 2021, 155, 034304 39 3

Computational study of ammonia generation by iron(lll) and iron(IV) complexes supported by
trigonal bipyramidal iron. 2021, 121, e26775

Nudged Elastic Band Method for Molecular Reactions Using Energy-Weighted Springs Combined

773 with Eigenvector Following. 2021, 17, 4929-4945 22

Pushing the Limits of the Donor-Acceptor Copolymer Strategy for Intramolecular Singlet Fission.
2021, 12,7270-7277

[AgPd(PPh)Cl]: A new family of synthesizable bi-icosahedral superatomic molecules. Journal of
771 chemical Physics, 2021, 155, 024302 39

Water-Soluble BODIPY-Based fluorescent probe for BSA and HSA detection. 2021, 345, 117031

Mechanistic Insights into the Oxygen Atom Transfer Reactions by Nonheme Manganese Complex: A
769  Computational Case Study on the Comparative Oxidative Ability of Manganese-Hydroperoxo vs 2
High-Valent Mn?0 and Mn-OH Intermediates. 2021, 60, 12085-12099

Designing All Graphdiyne Materials as Graphene Derivatives: Topologically Driven Modulation of
Electronic Properties. 2021, 125, 18456-18466

6 Chirogenesis in Zinc Porphyrins: Theoretical Evaluation of Electronic Transitions, Controlling
797 structural Factors and Axial Ligation. 2021, 22, 1817-1833

L-Alanine methyl ester nitrate ionic liquid: synthesis, characterization and anti-corrosive
application. 2021, 334, 116469

765  Role of Ferryl lon Intermediates in Fast Fenton Chemistry on Aqueous Microdroplets. 2021, 55, 14370-14377

w1

ZORA all-electron double zeta basis sets for the elements from H to Xe: application in atomic and

molecular property calculations. 2021, 27, 232

88



(2021-2021)

Role of Herzbergleller Vibronic Coupling in Surface-Enhanced Resonance Raman Spectra of

763 4 47-Diaminotolane with Nearly Close Molecular and Charge-Transfer Transitions. 2021, 125, 17202-17211 1

Density Functional Geometries and Zero-Point Energies in Ab Initio Thermochemical Treatments of
Compounds with First-Row Atoms (H, C, N, O, F). 2021, 17, 4872-4890

Time-Dependent Long-Range-Corrected Double-Hybrid Density Functionals with Spin-Component
761  and Spin-Opposite Scaling: A Comprehensive Analysis of Singlet-Singlet and Singlet-Triplet 17
Excitation Energies. 2021, 17, 5165-5186

An efficient Fock space multi-reference coupled cluster method based on natural orbitals: Theory,
implementation, and benchmark. Journal of Chemical Physics, 2021, 155, 014105

Diboron-Promoted Reduction of Ni(ll) Salts: Precatalyst Activation Studies Relevant to Ni-Catalyzed
759 Borylation Reactions. 2021, 40, 2691-2700 3

Exploration of the Activation Mechanism of the Epigenetic Regulator MLL3: A QM/MM Study. 2021,
11,

Selective reduction of alkynes to alkenes with hydrogen or formic acid catalyzed by
757 cis,mer-[IrtH2Cl(mtppms)3]. 2021, 522, 120359

Antiradical Properties of N-Oxide Surfactants-Two in One. 2021, 22,

1,2-Dihydro-1,3,2-diazaborinine tautomer as an electron-pair donor in hydrogen-bonded
755 complexes.

Corrosion inhibition behavior of piperidinium based ionic liquids on Q235 steel in hydrochloric acid
solution: Experimental, density functional theory and molecular dynamics study. 2021, 623, 126708

Software for the frontiers of quantum chemistry: An overview of developments in the Q-Chem 5

753 package. Journal of Chemical Physics, 2021, 155, 084801 39 115

Charge Assisted S/Se Chalcogen Bonds in SAM Riboswitches: A Combined PDB and Study. 2021, 16, 1701-1708 5

Quenched Lewis Acidity: Studies on the Medium Dependent Fluorescence of Zinc(ll) Complexes.
751 2021, 27,15158-15170

Novel Thenil-Based lonic Small Molecules for Nondoped Light-Emitting Electrochemical Cells for
Ultrapure Green Emission. 2021, 125, 17993-18001

749  Light-Induced Charge Transfer in Two-Dimensional Hybrid Lead Halide Perovskites. 2021, 125, 18317-18327 2

Diarsine- vs diphosphine-protected Au clusters: Effect of subtle geometric differences on optical
property and electronic structure. Journal of Chemical Physics, 2021, 155, 054301

Boudouard reaction accompanied by graphitization of wrinkled carbon layers in coke gasification: A
747 theoretical insight into the classical understanding. 2021, 297, 120747 4

Insights into the Factors Controlling the Origin of Activation Barriers in Group 13 Analogues of the

Four-Membered N-Heterocyclic Carbenes. 2021, 6, 22272-22283

89



CITATION REPORT

745 Towards novel calcium battery electrolytes by efficient computational screening. 2021, 39, 89-95 5

Cluster many-body expansion: A many-body expansion of the electron correlation energy about a
cluster mean field reference. Journal of Chemical Physics, 2021, 155, 054101 39

Catalytic Formation of Cyclic Carbonates using Gallium Aminotrisphenolate Compounds and
743 Comparison to their Aluminium Congeners: A Combined Experimental and Computational Study. 2
2021, 13, 4099

Heteroligand macrotetracyclic complexes of 3d elements with phthalocyanine and two fluoride
anions: molecular structures and thermodynamic parameters, as determined from DFT calculations.
2021, 70, 1438-1445

741  Topology-dependent conjugation effects in graphdiyne molecular fragments. 2021, 180, 265-273 5

Comparison of the accuracy of DFT methods for reactions with relevance to nitrogenase. 2021, 3, 034005

739  Investigating the Bismuth Complexes with Benzoazacrown Tri- and Tetra-Acetates. 2021, 2021, 3344-3354 2

Synthesis and evaluation of a new three-metallic high-performance ZieglerBatta catalyst for
ethylene polymerization: experimental and computational studies. 1

737  Langmuir-Blodgett Films of Diketopyrrolopyrroles with Tunable Amphiphilicity. 2021, 37, 10272-10278 2

Thermodynamics of Atomic Layer Etching Chemistry on Copper and Nickel Surfaces from First
Principles. 2021, 33, 6774-6786

Infrared harmonic features of collagen models at B3LYP-D3: From amide bands to the THz region.
735 Jjournal of Chemical Physics, 2021, 155, 075102 39

Solvent effect on the excited-state intramolecular double proton transfer of
1,3-bis(2-pyridylimino)-4,7-dihydroxyisoindole. 2021, 20, 1183-1194

Solvatochromism of a D205 indoline dye at the interface of a small TiO2-anatase nanoparticle in
733 acetonitrile: a combined molecular dynamics simulation and DFT calculation study. 1-9

Sterically Encumbered Coordination Sites. Iron(ll) Complexes of JOger-type ligands with a
Terphenyl Backbone.

L Effects of Intermolecular Hydrogen Bonding and Solvation on Enol-Keto Tautomerism and
73 Photophysics of Azomethine-BODIPY Dyads. 2021, 125, 9296-9303 4

Understanding the Metastability of Theophylline Flll by Means of Low-Frequency Vibrational
Spectroscopy. 2021, 18, 3578-3587

NMR chemical shift computations at second-order MIl|ler-Plesset perturbation theory using
729  gauge-including atomic orbitals and Cholesky-decomposed two-electron integrals. Journal of 39 5
Chemical Physics, 2021, 155, 074105

A comparative study of structural, electronic, and optical properties of thiolated gold clusters with

icosahedral vs face-centered cubic cores. Journal of Chemical Physics, 2021, 155, 094304

90



727

725

e

721

7S

717

JAE

7S

711

Exploring long-chain hexaalkyl phosphoramides for actinide extraction: A combined experimental
and theoretical investigation. 2021, 525, 120496

Fluorescence turn offdn mechanism of selective chemosensor for hydrogen sulfide: A theoretical
perspective. 2021, 338, 116679

Topology Automated Force-Field Interactions (TAFFI): A Framework for Developing Transferable
Force Fields. 2021, 61, 5013-5027

Stability of Single-Walled Carbon Nanotubes Toward Covalent Bonding between the Zigzag Edges.
2021,5,100114

A Mechanistic Study on the Reaction of Non-Heme Diiron(lll)-Peroxido Complexes with Benzoyl
Chloride. 2021, 2021, 4122

Total Syntheses of (+)-Peniciketals A-B and (-)-Diocollettines A Exploiting a
Photoisomerization/Cyclization Union Protocol. 2021, 86, 13583-13597

Construction of vitrinite molecular structures based on 13C NMR and FT-IR analysis: Fundamental
insight into coal thermoplastic properties. 2021, 300, 120981

DFT modeling of polyaniline: A computational investigation into the structure and band gap of
polyaniline.

Theoretical DFT Study on the Mechanisms of CO/CO Conversion in Chemical Looping Catalyzed by
Calcium Ferrite. 2021, 125, 8159-8167

On the Interactions of Melatonin/fCyclodextrin Inclusion Complex: A Novel Approach Combining
Efficient Semiempirical Extended Tight-Binding (xTB) Results with Ab Initio Methods. 2021, 26,

Magnetic coupling in oximato bridged {Mnlll6} clusters bridged by diamagnetic dicyano-metallato
linkers: A theoretical perspective. 2021, 206, 115346

Explore the influence of intramolecular hydrogen bond formation sites on the fluorescence
mechanism.

Dynamic transition of nanosilicon from indirect to direct-like nature by strain-induced structural
relaxation. 2021, 11, 095319

Supramolecular Reorientation During Deposition Onto Metal Surfaces of Quasi-Two-Dimensional
Langmuir Monolayers Composed of Bifunctional Amphiphilic, Twisted Perylenes. 2021, 37, 11018-11026

Machine Learning-Assisted Selection of Active Spaces for Strongly Correlated Transition Metal
Systems. 2021, 17, 6053-6072

Anti-melanoma effect of ruthenium(ll)-diphosphine complexes containing naphthoquinone ligand.
2021, 222,111497

Probing the Formation and Conformational Relaxation of Previtamin D and Analogues in Solution
and in Lipid Bilayers. 2021, 125, 10085-10096

A DFT investigation of the hostuest interactions between boron-based aromatic systems and

feyclodextrin. 1

91



CITATION REPORT

o Thiourea Organocatalysts as Emerging Chiral Pollutants: En Route to Porphyrin-Based (Chir)Optical
799 sensing. 2021, 9, 278

Understanding water mediated proton migration in conversion of tbond in olefinic carbon atoms
into CBl bond to form famino adducts. 2021, 132482

Coordination Chemistry and Sensing Properties Towards Anions and Metal lons of a Simple
797 Fluorescent Urea. 2021, 2021, 3878

Nickel(ll)-Based Building Blocks with Schiff Base Derivatives: Experimental Insights and DFT
Calculations. 2021, 26,

o Ground state geometries and stability of impurity doped clusters: LinY (nF®f3). The role of
705 yttrium atom in electronic and magnetic properties. 2021, 779, 138884

GeBrCl(PEL): Insight into the Reaction Route to Metalloid Clusters of Germanium. 2021, 60, 15364-15370

703 N-Heterocyclic Carbene and Cyclic (Alkyl)(amino)carbene Adducts of Antimony(lll). 2021, 2021, 4007 2

Green-Emissive Zn2+ Complex Supported by a Macrocyclic Schiff-Base/Calix[4]arene-Ligand:
Crystallographic and Spectroscopic Characterization. 2021, 2021, 3691-3698

Theoretical and experimental spectroscopic investigation of new Eu(lll)-FOD complex containing

701 2-pyrrolidone ligand. 2021, 27, 293

Colorimetric detection of Pb2+ ions using curcumin silver nanoparticles. 2021, 343, 117629

6 Structural and Spectroscopic Evidence for a Side-on Fe(lll)-Superoxo Complex Featuring Discrete
99 0-0 Bond Distances. 2021, 1, 1389-1398 3

Quantifying magnetic anisotropy using X-ray and neutron diffraction. 2021, 8, 833-841

6 Predictive Catalysis in Olefin Metathesis with Ru-based Catalysts with Annulated C Fullerenes in
97 the N-heterocyclic Carbenes. 2021,

Optimal radial basis for density-based atomic representations. Journal of Chemical Physics, 2021,
155, 104106

695 Identification and Biological Activity of NFAT-133 Congeners from. 2021, 84, 2411-2419 1

Reversible stereoisomer-specific Cotton effect of the ligand field transitions at a Cu(ll) binding site
of the prion protein.

6 Extraction performance and mechanism of TBP in the separation of Fe3+ from wet-processing
93 phosphoric acid. 2021, 272, 118822

Shedding Light on Primary Donors in Photosynthetic Reaction Centers. 2021, 12, 735666

92



(2022-2021)

A comparative study based on activity, conformation and computational analysis on the inhibition
691 of human salivary aldehyde dehydrogenase by phthalate plasticizers: Implications in assessing the 4
safety of packaged food items. 2021, 462, 152947

Phomaligols F-I, polyoxygenated cyclohexenone derivatives from marine-derived fungus
Aspergillus flavus BB1. 2021, 115, 105269

Novel dirhenium(lll,Il1) complexes with bridging diphenylphosphinomethane and dithiocarbamato

689 ligands: A combined experimental and theoretical study. 2021, 207, 115373

Significantly improve the photoinitiation ability of hydroxyalkyl-derived polymerizable
Fhydroxyalkylacetophenone photoinitiators by blocking hyperconjugation. 2021, 419, 113451

NANAC platinum (Il) complexes based on phenyl-pyridin-2-ylpyrimidine ligands: synthesis,

687 electrochemical and photophysical properties. 2021, 194, 109622 3

Investigation of 8rradiated polyvinylidene fluoride and its acute toxicity. 2021, 251, 109885

The influence of intermolecular correlations on the infrared spectrum of liquid dimethyl sulfoxide.

s 2021, 260, 119869

The influence of intermolecular hydrogen bonds on single fluorescence mechanism of
1-hydroxy-11H-benzo [b]fluoren-11-one and 10-hydroxy-11H-benzo [b]fluoren-11-one. 2021, 260, 119993

Exchange coupling in a thiocyanato-bridged copper(ll) chain: Computational approach to

683 magnetostructural correlations. 2021, 208, 115406

Substituents effect on the methanol-assisted excited-state intermolecular proton transfer of
7-Aminoquinoline: A theoretical study. 2021, 341, 116920

Highly persistent triphenylamine-based catholyte for durable organic redox flow batteries. 2021,

681 45 185-192 4

Sulphido bridged dinuclear quadruple bond cleavage product from the reaction between
Re2(0-02CCH3)4Cl2 and dithiocarbamate: An experimental and theoretical study. 2021, 208, 115422

6 Synergistic inhibition effects of hydrophilic monomeric substances on CH4 hydrate as revealed by
79 experimental and computational approaches. 2021, 426, 130794

Synthesis, characterization and theoretical exploration of pyrene based Schiff base molecules as
corrosion inhibitor. 2021, 1245, 131098

6 The integration of catalyst design and process intensification in the efficient synthesis of
77 5-hydroxymethyl-2-furancarboxylic acid from fructose. 2021, 245, 116858

Molecular-level insights into adsorption of a novel silyl ester donor on essential MgCl2 facets of
supported ZieglerBlatta catalysts. 2021, 159, 110249

6 Effects of ms-aryl substitution on the structure and spectral properties of new CH(Ar)-bis(BODIPY)
75 luminophores. 2022, 265, 120393

Exploring the relationship between the "ON-OFF" mechanism of fluorescent probes and

intramolecular charge transfer properties. 2022, 265, 120339

93



CITATION REPORT

6 Excited state hydrogen atom transfer pathways in 2,7-diazaindole - S (SZ:IHO and NH) clusters.
73 2022, 265, 120386 !

Innovative computationally designed-spectrofluorimetric method for determination of modafinilin
tablets and human plasma. 2022, 236, 122890

6 Strongly polarized light from highly aligned electrospun luminescent natural rubber fibers. 2022,

7T 241,118498
Synthesis, characterization and DFT studies of luminescent copper(l) complexes containing
pyridine-imidazole ligands with tunable Econjugation system via variation of polyaromatic groups.
2022, 422, 113566

New Hybrid Copper Nanoparticles/Conjugated Polyelectrolyte Composite with Antibacterial

669 activity. 2021, 13,

Computational investigation of KICI2 iodination of thiophene and its electron-poor derivatives.
2021, 34, e4190

Furil-based ionic small molecules for green-emitting non-doped LECs with improved color purity.

667 " 2021, 45, 12576-12584

o-Semiquinone radical anion isolated as an amorphous porous solid. 2021, 23, 17408-17419

Field-induced single-ion magnet based on a quasi-octahedral Co(ll) complex with mixed

665 sulfur-oxygen coordination environment. 2021, 50, 13815-13822

Quantifying Uncertainties in Solvation Procedures for Modeling Aqueous Phase Reaction
Mechanisms. 2021, 125, 154-164

Forecasting System of Computational Time of DFT/TDDFT Calculations under the Multiverse

663 Ansatz via Machine Learning and Cheminformatics. 2021, 6, 2001-2024 3

Atomic and Electronic Structure Determinants Distinguish between Ethylene Formation and
[-Arginine Hydroxylation Reaction Mechanisms in the Ethylene-Forming Enzyme. 2021, 11, 1578-1592

Ligand substituent effect on the cytotoxicity activity of two new copper(ii) complexes bearing
661 8-hydroxyquinoline derivatives: validated by MTT assay and apoptosis in MCF-7 cancer cell line 5
(human breast cancer).. 2021, 11, 14362-14373

Three-state molecular potentiometer based on a non-symmetrically positioned in-backbone linker.

659 Computational modelling of Pd-catalysed alkoxycarbonylation of alkenes and alkynes. 2021, 23, 15869-15880 1

Non-palindromic (CAC~D) gold(lll) pincer complexes are not accessible by intramolecular oxidative
addition of biphenylenes - an experimental and quantum chemical study. 2021, 50, 9754-9767

6 Solvation effect on the ESIPT mechanism of nitrile-substituted -hydroxy-2-phenyl-oxazolines.. 2021,
57 11,25795-25800 3

LIEC(SiMe) (E = Se, Te) as a new donor of chalcogen atoms for the generation of binary [(RGe)E]

cage compounds with unique structural features. 2021, 50, 2663-2670

94



(2021-2021)

Ferro- antiferromagnetic exchange between two Ni(ll) ions in a series of Schiff base heterometallic
complexes: what makes the difference?. 2021, 50, 2841-2853 3

Ni, Pd, and Pt complexes of a tetradentate dianionic thiosemicarbazone-based OAN~NAS ligand.
2021, 50, 4311-4322

6 Oxidative addition, reduction and reductive coupling: the versatile reactivity of subvalent gallium
53 cations. 2021, 50, 15103-15110

Probing reaction processes and reversibility in Earth-abundant NaFeF for Na-ion batteries. 2021,
23,20052-20064

Influence of F-position and solvent on coordination geometry and single ion magnet behavior of
Co(ll) complexes. 2021, 50, 13830-13840

Complexation and redox chemistry of neptunium, plutonium and americium with a
hydroxylaminato ligand. 2021, 12, 13343-13359

Generation, contraction, and polarisation of Gaussian basis sets for atomic and molecular
649 calculations using the generator coordinate method with polynomial discretisation: atoms from Na
through Cl. 2021, 23, 16989-16997

Energetics and optimal molecular packing for singlet fission in BN-doped perylenes: electronic
adiabatic state basis screening. 2021, 23, 16525-16536

6 Single site Fe on the (110) surface of BALO: insights from a DFT study including the periodic
47 boundary approach. 2021, 23, 7164-7177 4

Electronic structures, bonding, and spin state energetics of biomimetic mononuclear and bridged
dinuclear iron complexes: a computational examination. 2021, 32, 1473-1488

645 Structural and optical properties of Be, Mg and Ca nanorods and nanodisks. 2021, 23, 1849-1858 5

Photocatalytic polymers of intrinsic microporosity for hydrogen production from water. 2021, 9, 19958-19964 11

643 Conversion of Pd(l) off-cycle species into highly efficient cross-coupling catalysts. 2021, 50, 5420-5427 3

TURBOMOLE.

641 Decamethylaluminocenium, ein fstabilisiertes R2Al+-Kation. 1993, 105, 1714-1716 8

A Novel [OSSO]-Type Chromium(lll) Complex as a Versatile Catalyst for Copolymerization of Carbon
Dioxide with Epoxides. 2020, 26, 5347-5353

6 Water-Soluble Organotin Compounds [Byntheses, Structures and Reactivity towards Fluoride
39 Anions in Water. 2020, 2020, 3925-3936

Hydrogenation of Cinnamaldehyde by Water-Soluble Ruthenium(ll) Phosphine Complexes: A DFT

Study on the Selectivity and Viability of trans-Dihydride Pathways. 2021, 2021, 236-242

95



CITATION REPORT

6 New structural motif of 18 valence electron molecules with a planar tetracoordinate heavier group
37 14 center: Unique stabilization effect of a ftype skeleton. 2017, 117, e25436 3

Real SpaceAb Initio Calculations of Excitation Energies in Small Silicon Quantum Dots. 2005, 317-332

635 Substrate-Enzyme Interactions from Modeling and Isotope Effects. 2007, 341-363 2

QM Calculations in ADMET Prediction. 2020, 2114, 285-305

633 Hydrogen Bonds And Solvent Effects In Soil Processes: A Theoretical View. 2008, 321-347 1

Quantum Cluster Equilibrium. 2014, 77-96

Probing the Mechanism of the Double CH (De)Activation Route of a Ru-Based Olefin Metathesis
Catalyst. 2010, 275-280

Weak Intermolecular Interactions: A Supermolecular Approach. 2015, 1-27

629 LocalSite Deformations in Zeolites by the Coordination of Cu(ll). 2001, 205-219 2

Ab Initio Simulation of Cu-Species in Zeolites: Siting, Coordination, UV-Vis Spectra and Reactivity.
2001, 221-234

627 Gas Phase Measurement and Ab Initio Calculations of 77Se and 113Cd Chemical Shifts. 1993, 539-555 15

Regio, stereo and chemoselectivity of 2nd generation Grubbs ruthenium-catalyzed olefin
metathesis. 2020, 388-389, 394-394

625 Theoretical study of copper binding to GHK peptide. 2020, 86, 107265 2

A theoretical study on 1H/13C/31P NMR chemical shifts, and the correlation between 2JPH and
the electronic structure of different phosphoryl benzamide derivatives. 2019, 1183, 230-240

Synthesis, structural, vibrational and DFT investigation of new binuclear molecular Pdlu and
623 Cullu complexes formed by Schiff base and hexafluoroacetylacetonate building blocks. 2020, 2
1216, 128341

3 Determination of sequential metal ion-ligand binding energies by gas phase equilibria and
theoretical calculations: Application of results to biochemical pr. 2001, 77-119

621 The theoretical determination of phosphorus NMR chemical shelding. 1999, 189-222 1

Low- to Room-Temperature Dehydrogenation of Dimethylamine Borane Facilitated by lonic

Liquids: Molecular Modeling and Experimental Studies. 2020, 34, 13167-13178




(2020-2020)

Characterization of a Mixed-Valence Ru(ll)/Ru(lll) lon-Pair Complex. Unexpected High-Frequency

619 Electron Paramagnetic Resonance Evidence for Ru(lll)-Ru(lll) Dimer Coupling. 2020, 59, 8609-8619 4

Efficient Separation of Europium Over Americium Using Cucurbit-[5]-uril Supramolecule: A
Relativistic DFT Based Investigation. 2016, 55, 598-609

Impact of pH and NaCl and CaCl Salts on the Speciation and Photochemistry of Pyruvic Acid in the

617 aqueous Phase. 2020, 124, 5071-5080 9

Simulation and Assignment of the Terahertz Vibrational Spectra of Enalapril Maleate Cocrystal
Polymorphs. 2020, 124, 9793-9800

Computational Investigation of the Spin-Density Asymmetry in Photosynthetic Reaction Center

615 Models from First Principles. 2020, 124, 4873-4888

10

The Shape of Full Configuration Interaction to Come. 2021, 12, 418-432

ToF-SIMS Investigation of the Initial Stages of MeCpPt(CH3)3 Adsorption and Decomposition on

613 Nickel Oxide Surfaces: Exploring the Role and Location of the Ligands. 2020, 39, 1024-1034 4

Charge Effects on the Reactivity of Oxoiron(IV) Porphyrin Species: A DFT Analysis of Methane
Hydroxylation by Polycationic Compound | and Compound Il Mimics. 2016, 6, 568-579

In-Depth Investigation of a Donor-Acceptor Interaction on the Heavy-Group-14@Group-13-Diyls in

611 Transition-Metal Tetrylone Complexes: Structure, Bonding, and Property. 2020, 5, 21271-21287

Active-Site Controlled, Jahn-Teller Enabled Regioselectivity in Reductive S-C Bond Cleavage of
-Adenosylmethionine in Radical SAM Enzymes. 2021, 143, 335-348

Structures and infrared spectra of calcium phosphate clusters by ab initio methods with implicit

609 solvation models. 2017, 20, 345-356

12

Magneto-structural correlations in a family of ReCu chains based on the hexachlororhenate(iv)
metalloligand. 2017, 46, 16025-16033

Field-induced slow magnetic relaxation in low-spin S = 1/2 mononuclear osmium(v) complexes.

sy 2020, 49, 4084-4092

ALMA chemical survey of disk-outflow sources in Taurus (ALMA-DQOT). 2020, 644, A120

All-electron ab initio Bethe-Salpeter equation approach to neutral excitations in molecules with

605 numeric atom-centered orbitals. Journal of Chemical Physics, 2020, 152, 044105 39

222

Adaptive density-guided approach to double incremental potential energy surface construction.
Journal of Chemical Physics, 2020, 152, 194105

Coulomb explosion imaging for gas-phase molecular structure determination: An ab initio

603 trajectory simulation study. Journal of Chemical Physics, 2020, 153, 184201 39 7

An ab initio effective solid-state photoluminescence by frequency constraint of cluster calculation.

2020, 128, 233102

97



CITATION REPORT

Strong metal-metal Pauli repulsion leads to repulsive metallophilicity in closed-shell d and d

601 organometallic complexes. 2021, 118, 17

Neutral-Neutral Reactions in the Interstellar Medium. Il. Isotope Effects in the Formation of Linear
and Cyclic C3H and C3D Radicals in Interstellar Environments. 1999, 510, 784-788

599 Raman and IR spectra of graphdiyne nanoribbons. 2020, 4, 7

Accurate many-body electronic structure near the basis set limit: Application to the chromium
dimer. 2020, 2,

V4 tetrahedral units in AV4X8 lacunar spinels: Near degeneracy, charge fluctuations, and
597 configurational mixing within a valence space of up to 21 d orbitals. 2020, 2, 3

Exploring the simultaneous Fhole/thole bonding characteristics of a Br?linteraction in an
ebselen derivative experimental and theoretical electron-density analysis. 2018, 5, 647-653

Influence of ortho-substituent on the molecular and crystal structures of
595 2-(N-arylimino)coumarin-3-carboxamide: isotypic and polymorphic structures. 2019, 75, 887-902 5

Refinement of protein structures using a combination of quantum-mechanical calculations with
neutron and X-ray crystallographic data. 2019, 75, 368-380

Quantum refinement with multiple conformations: application to the P-cluster in nitrogenase. 2020
59 76,1145-1156 4

Synthesis, AcidBase Properties, and Sulfonylation of Dialkyl
5-Amino-2-hydroxy-4,6-dimethylisophtalates. 2020, 56, 1412-1420

, Theoretical Study of Pyrrole Interaction with Alkali Metal Exchanged Zeolites: Investigation of the
59 Reliability of Cluster and Periodic Models. 2003, 68, 1848-1860 7

Determinants for simultaneous binding of copper and platinum to human chaperone Atox1:
hitchhiking not hijacking. 2013, 8, e70473

3 Effect of chemical interaction between oleic acid and L-Arginine on oral perception, as a function of
599 polymorphisms of CD36 and OBPIla and genetic ability to taste 6-n-propylthiouracil. 2018, 13, e0194953

On the Problem of HeHle Bond in the Endohedral Fullerene He2@C60. 2018, 63, 288

3 Ammonia Combustion Properties of Copper Oxides-based Honeycomb and Granular Catalysts.
597 2020, 63, 274-281

DFT Study of the Mechanisms of Transition-Metal-Catalyzed Reductive Coupling Reactions. 2020,
24,1367-1383

3 Binding Energies of Interstellar Molecules on Crystalline and Amorphous Models of Water Ice by Ab
595> nitio Calculations. 2020, 904, 11 24

Stability and magnetic properties of Co20m(m= 1,...,7) clusters. 2009, 49, 137-143

98



(2021-2018)

3 The transition metal to ligand bonding nature: A quantum chemical study of fallyl-ruthenacycle
593 molecule. 2018, 58, 3

A B3LYP study on electronic structures of
[(X)&lt;sub&gt;m&lt;/sub&gt;Mn(&lt;i&gt;Blt;/i&gt;-ox0) &lt;sub&gt;2&lt;/sub&gt;Mn(Y) &lt;sub&gt;n&lt;/sub&gt; J&lE;sup
(X, Y = H&lt;sub&gt;2&It;/sub&gt;0, OH and O) as a Mn cluster model of OEC. 2012, 03, 111-126

Spin Exchange Coupling in Dimethoxo-Bridged Dichromium(lll) Complexes: A Density Functional

581 Theory Study. 2008, 29, 963-968 3

Magnetic Exchange Interactions in a 2D Grid-like Copper(ll) Polymer with Bridging End-on Cyanato
and Pyrazine Ligands: A DFT Study. 2010, 31, 1704-1710

579  Structure and Bonding of Ni(C6H4-nFn)(CO)2(C6H4=benzyne, n=1-4) Complexes. 2011, 55, 183-188 1

Direct photolysis of carbonyl compounds dissolved in cloud and fog droplets.

577  Predicting pKa for proteins using COSMO-RS. 2013, 1, e198 12

Destabilization of Alzheimer's AB2 protofibrils with acyclovir, carmustine, curcumin, and
tetracycline: insights from molecular dynamics simulations.

Enantioselective palladaelectro-catalyzed C-H olefinations and allylations for N-C axial chirality.
575 2021,12,14182-14188 9

Attaining record-high magnetic exchange, magnetic anisotropy and blocking barriers in
dilanthanofullerenes. 2021, 12, 14207-14216

573 Ferromagnetic Coupling in Oxidovanadium(IV)-Porphyrin Radical Dimers. 2021, 60, 16492-16506 0

Theoretical Investigation of Excited-State Intramolecular Double-Proton Transfer Mechanism of
Substituent Modified 1, 3-Bis (2-Pyridylimino)-4,7-Dihydroxyisoindole in Dichloromethane Solution.
2021, 20, 707-718

Hydrolysis Mechanism of the Linkers by Matrix Metalloproteinase-9 Using QM/MM Calculations.
57T 2021, 61,5203-5211

Fluorophore spectroscopy in aqueous glycerol solution: the interactions of glycerol with the
fluorophore. 2021, 20, 1397-1418

6 Barium Oxide Encapsulating Cobalt Nanoparticles Supported on Magnesium Oxide: Active
559 Non-Noble Metal Catalysts for Ammonia Synthesis under Mild Reaction Conditions. 13050-13061 7

Solid State Characterization of One- and Two-Electron Oxidized Cull-salen Complexes with
para-Substituents: Geometric Structure-Magnetic Property Relationship. 2021, 2021, 4133-4145

6 Direct Aerobic Generation of a Ferric Hydroperoxo Intermediate Via a Preorganized Secondary
597 Coordination Sphere. 2021, 143, 18121-18130

-Sulfinylpyrrolidine-containing ureas and thioureas as bifunctional organocatalysts. 2021, 17, 2629-2641

99



CITATION REPORT

6 Structural Characterization of Nickel-Doped Aluminum Oxide Cations by Cryogenic lon Trap
595 vibrational Spectroscopy. 2021, 125, 9527-9535

Structural and Spectral Properties of a Nonclassical C Isomer with Its Hydrogenated Derivative CH
in Theory. 2021, 6, 27101-27111

= Semi-Rigid (Aminomethyl) Piperidine-Based Pentadentate Ligands for Mn(Il) Complexation. 2021,
26,

Modulating carbon dioxide activation on carbon nanotube immobilized salophen complexes by
varying metal centers for efficient electrocatalytic reduction. 2021, 608, 1827-1836

One-Pot Surface Modification of iCuO NPs for Biocatalytic Performance against A-549 Lung
Carcinoma Cell Lines through Docking Analysis. 2021, 6, 29380-29393

Deciphering the biomolecular interaction of fresorcylic acid with human lysozyme: A biophysical
and bioinformatics outlook. 2021, 117885

559  Dirhenium(llL, 1) trithiocarbamato complexes: experimental and theoretical investigation. 2021, 46, 583 1

Multi-state formulation of the frozen-density embedding quasi-diabatization approach. Journal of
Chemical Physics, 2021, 155, 174104 39

An automatized workflow from molecular dynamic simulation to quantum chemical methods to
557 identify elementary reactions and compute reaction constants. 2021, 42, 2264-2282

Comparative structural study of C60-lysine and C60-piperazine biocompatible aqueous solutions. 1-9

Arylamination via ortho-fusion on an azo-appended pyridine carboxamide complex of copper(ll).
555 2021, 956, 122121 B

Proteins, Blue Copper: Electronic Spectra.

553 Magneto-Structural Correlations in Trinuclear Cu(ll) Complexes: A Density Functional Study. 2003, 191-200

DFT-Investigations of Intermediates in Catalytic Reactions. 2003, 355-369

551  Two-bond NMR SpinBpin Coupling Constants across Hydrogen Bonds.

Dynamics of metal centers monitored by nuclear inelastic scattering. 2006, 17-24

549 Towards black-box linear scaling optimization in Hartree-Fock and Kohn-Sham theories. 2006, 177-189

Electron Spin Density Distribution of the Carotenoid Triplet State in the

Peridinin-Chlorophyll-Protein Antenna of Dinoflagellates Determined by Pulse ENDOR
Spectroscopy and Density Functional Theory. 2008, 291-294

100



(2016-)

547  Theoretical Studies of Organic Germanium, Tin and Lead Compounds.

Mechanism of Gold-Catalyzed Cycloisomerization of Enynyl Esters. 2010, 293-303

545 Appendix. 2011, 217-221

TIMENmes: An Iron Nitride Complex. 2012, 19-51

Effect of substituents at the heteroatom on the structure and ligating properties of
543 carbodicarbenes and its silicon analogs: a theoretical study. 2012, 191-201

TIMENtol/3,5xyl: Unexpected Reactivity Resulting From Modifications of the Ligand Periphery.
2012, 53-83

. Telluroformaldehyde and its derivatives: structures, ionization potentials, electron affinities and
54 singletbriplet gaps of the X2CTe and XYCTe (X,Y = H, F, Cl, Br, | and CN) species. 2012, 43-74

Deactivation of Ru-benzylidene Grubbs catalysts active in olefin metathesis. 2013, 129-134

A theoretical analysis of the magnetic properties of the low-dimensional
539 copper(ll)X2(2-X-3-methylpyridine)2 (X = Cl and Br) complexes. 2014, 219-230

Copper coordination to the putative cell binding site of angiogenin: a DFT investigation. 2013, 255-269

Theoretical and experimental investigation on the near-infrared and UVMis spectral regions of a
537 newly synthesized triarylamine electrochromic system. 2013, 351-359

Siamese-Twin Porphyrin LH4. 2013, 41-65

535 Proton exchange reactions of C2[14 alkanes sorbed in ZSM-5 zeolite. 2014, 27-38

Protein-Metal Interactions: Infrared Studies of the Types of Coordination of the Side-Chain
Carboxylate Anion to a Metal Cation. 1995, 113-114

533  Spin-Orbit Coupling Effects in BrO- and HOBr Photodissociation Reactions. 2014, 8, 117-121

Thermoelectric Transport from First-PrinciplesBiphenyl-Based Single-Molecule Junctions. 2016, 43-51

531 Analyzing Interaction Energy of Polycyclic Aromatic Hydrocarbons (PAH) Dimers. 2016, 113-126

Quantum-chemical study of activation of yellow phosphorus by copper(ll) chloride. 2016, 4-9

101



529

52

S=D

523

521

51

S

5

S

CITATION REPORT

Origin of the chemical stability of phosphine-phosphoramidites: structural study of an UPPhos-type
crystal and application of UPPhos in the asymmetric hydrogenation of imines. 2017, 73, 632-637

G - e) B-H—
fBB-2018, 409-416

New nano-molecule kurumi - C13H20BeLi2SeSi/C13H19BeLi2SeSi, and raman spectroscopy
usinglab initio, hartree-fock method in the base set CC-pVTZ and 6-311G** (3df, 3pd). 2019, 8, 1-6

Gas-Phase Molecular Geometry. 2019, 111-123

A New Polyoxovanadate Based Hybrid Materials: A Promising Sensor for Picric Acid and Pd2+
Found in the Aqueous Environment. 2020, 149-193

Broad spectrum antibiotic-degrading metallo-flactamases are phylogenetically diverse and
widespread in the environment.

1,2,5,6-Tetrakis(guanidino)-Naphthalenes: Electron Donors, Fluorescent Probes and Redox-Active
Ligands. 2020, 26, 5834-5845

Structural and Functional Analysis of Female Sex Hormones against SARS-CoV-2 Cell Entry. 2021,
22,

Comprehensive Investigation of the Photophysical Properties of Alkynylcoumarin Gold(l)
Complexes. 2021, 125, 11751-11760

Molecular and Spectroscopic Insights into a Metal Salt-Based Deep Eutectic Solvent: A Combined
Quantum Theory of Atoms in Molecules, Noncovalent Interaction, and Density Functional Theory
Study. 2021, 125, 9680-9690

0D Bismuth(lll)-Based Hybrid Ferroelectric: Tris(acetamidinium) Hexabromobismuthate(lll). 2021, fe)

Nonadiabatic Coupling Effects in the 800 nm Strong-Field lonization-Induced Coulomb Explosion of
Methyl lodide Revealed by Multimass Velocity Map Imaging and Simulation Studies. 2021, 125, 9594-9608

The Static-Dynamic-Static Family of Methods for Strongly Correlated Electrons: Methodology and
Benchmarking. 2021, 379, 43

Molecular Transport across Oil-Brine Interfaces Impacts Interfacial Tension: Time-Effects in
Buoyant and Pendant Drop Measurements. 2021, 37, 585-595

Quantum-chemical calculations on the slippage of cyclopentadienyl and indenyl ligands in the
(EB-dienyl)Ir(PX3)3; (X = H, F, Cl, Me) complexes. 2021, 68, 785-792

Quantification of Ni-N-O Bond Angles and NO Activation by X-ray Emission Spectroscopy. 2021, 60, 736-744 3

IRMPD spectroscopy and quantum chemistry calculations on mono- and bi-metallic complexes of
acetylacetonate ligands with aluminum, iron, and ruthenium ions. Journal of Chemical Physics, 2020, 39 2
153, 234303

Effects of External Electric Field on the Hydrolysis of Cisplatin: A Density Functional Theory

Approach. 2020, 65, 2053-2061

102



(1999-)

Interactive regulation between aliphatic hydroxylation and aromatic hydroxylation of thaxtomin D
5 in TxtC: a theoretical investigation.

Density functional theory studies on the excited-state properties of Bilirubin molecule. 2020, 69, 163101

Studying the catecholamine effect on the electronic delocalization of the paramagnetic
509 [Ru(NH3)4(catecholamine)]+ complex through 1H-NMR, theoretical calculations, and resonance
Raman. 2020, 73, 191-205

A motif for heteronuclear C[triple bond, length as m-dash]E (E = Si, Ge, Sn, Pb) bonding: Lewis
acid-base pair strategy. 2020, 22, 26720-26727

Two novel 7-epi-zingiberene derivatives with biological activity from Solanum habrochaites are
507 produced by a single cytochrome P450 monooxygenase.

Optical Properties in Heteronuclear Gold(l)/Silver(l) Complexes of Aliphatic Mixed-Donor
Macrocycles Featuring Metallophilic Interactions. 2021, 2021, 4552

Correlation consistent basis sets for explicitly correlated wavefunctions: Pseudopotential-based
505 basis sets for the group 11 (Cu, Ag, Au) and 12 (Zn, Cd, Hg) elements. Journal of Chemical Physics, 39 O
2021, 155,174113

Protic ferrocenyl acyclic diamino carbene gold(l) complexes.

503 Computational Study of the Stability of Natural Amino Acid isomers. 2021, 1 0

First-principles interpretation of electron transport through single-molecule junctions using
molecular dynamics of electron attached states.

Five-Fold Symmetric Pentaindolo- and Pentakis(benzoindolo)Corannulenes: Unique Structural

501 Dynamics Derived from the Combination of Helical and Bowl Inversions.

Zinc-Mediated Transmetalation as a Route to Anionic -Heterocyclic Olefin Complexes in the
p-Block. 2021, 60, 18347-18359

499 Pyridine diglycolamide: A novel ligand for plutonium extraction from nitric acid medium. 2021, 282, 120026 o

Five-Fold Symmetric Pentaindolo- and Pentakis(benzoindolo)Corannulenes: Unique Structural
Dynamics Derived from the Combination of Helical and Bowl Inversions. 2021,

Cubic Octa-Carbon: Quantum-Chemical Design of Molecular Structure and Potential Way of Its
497 Synthesis from Cubane. 2021, 22,

A Localized Planarization Strategy in Hole Mobility Modulation of Disordered
Triphenylamine-Based Organic Semiconductors. 2021, 4, 2100236

495 Structural and functional analysis of female sex hormones against SARS-Cov2 cell entry. 2020, 1

Theoretical Study of Circular Dichroism Spectra in the Vacuum-Ultraviolet. 1999, 93-119

103



CITATION REPORT

A Test Calculation on SF6 of Model Potentials for Correlation and Polarization Effects in Positron
493 Scattering from Molecules. 2001, 475-492

Crystalline assembly of perylene in metal-organic framework thin film: J-aggregate or excimer?
Insight into the electronic structure. 2020,

INVESTIGATING THE EFFECTS OF THE EXTERNAL ELECTRIC FIELD ON OSMABENZYNE IN THE
491  GROUND (S0) AND FIRST EXCITED SINGLET (S1) STATES: INSIGHT INTO STRUCTURES, ENERGY, 0
AND PROPERTIES. 2020, 61, 1691-1699

Combining Metal Nanoparticles with an Ir(lll) Photosensitizer. 2021, 125, 25765-25773

3 Quantum-Chemical Consideration of AlM Tetranuclear Metal Clusters (M-3-Element):
409 Molecular/Electronic Structures and Thermodynamics. 2021, 14,

An inexpensive density functional theory-based protocol to predict accurate F-NMR chemical shifts.
2022, 43,170-183

487  Arbitrarily accurate quantum alchemy.. Journal of Chemical Physics, 2021, 155, 224103 39 6

Copper macrocyclic complex with trans-di[benzo]-porphyrazine and two oxo ligands: DFT
quantum-chemical design. A-F

3 The Role of (tBuPOCOP)Ir(l) and Iridium(Ill) Pincer Complexes in the Catalytic Hydrogenolysis of
405 Silyl Triflates into Hydrosilanes.

Identification of an Intermediate Species along the Nitrile Hydratase Reaction Pathway by EPR
Spectroscopy. 2021,

3 Piperazinyl-Based Diamide Ligand for Selective Precipitation of Actinyl (UO/PuO) lons with Fast
4°3  Kinetics. 2021, 60, 17529-17536

Structural changes at complexing of 3d (4d) elements with BEemplateltetradentate ligand [
1,8-diimino-1,8-dimercapto- 3,6-diazaoctadien-3,5-dithione-2,7: DFT analysis. 2021, 133, 1

A Comprehensive Experimental and Theoretical Study on the [{(#CH)Zr[P(0-PNEt)P(NEt)P]}]O

481 Crystalline System. 2021, 26,

From Simple Alkenes and CO2 to Fluorinated Carboxylic Acids: Computational Studies and
Predictions. 2022, 2022, 202101243

Temperature-Induced Change of Water Structure in Aqueous Solutions of Some Kosmotropic and
479 Chaotropic Salts. 2021, 22,

Evidence for Quantum Chemical Effects in Receptor-Ligand Binding Between Integrin and Collagen
Fragments - A Computational Investigation With an Impact on Tissue Repair, Neurooncolgy and
Glycobiology. 2021, 8, 756701

477  Functional Dynamics of an Ancient Membrane-Bound Hydrogenase. 2021, o

Calculated optical properties of donor molecules based on benzo[1,2-b:4,5-b?]dithiophene and its

derivatives. 2021, 11, 125001

104



(2022-2021)

475 Computational Methods in Organometallic Chemistry. 2021,

A systematic study of the valence electronic structure of cyclo(Gly-Phe), cyclo(Trp-Tyr) and
cyclo(Trp-Trp) dipeptides in the gas phase. 2021, 23, 26793-26805

Dual fluorescence of 2-(2’-hydroxyphenyl) benzoxazole derivatives the branched decays from the
473 upper excited-state. 2021,

Auto-Oxygenated Porphyrin-Derived Redox Mediators for High-Performance Lithium Air-Breathing
Batteries. 2103527

Unveiling the complexity of the dual gold(l) catalyzed intermolecular hydroamination of alkynes
471 leading to vinylazoles. 2022, 518, 112090

Graphene Oxidel[Ferrocenylmethyl) Dimethylammonium Nitrate Composites as Catalysts for
Ammonium Perchlorate Thermolysis.

6 Steric hindrance effect on the excited-state proton transfer process: TDDFT study on the
499 Fluorescent sensing mechanism of a fluoride sensor.. 2022, 271, 120872

A similarity transformed second-order approximate coupled cluster method for the excited states:
Theory, implementation, and benchmark.. Journal of Chemical Physics, 2022, 156, 014110

6 Sequestration of Am3+ and Eu3+ into ionic liquid containing Aza-macrocycle based
467 multiple-diglycolamide ligands: Extraction, complexation, luminescence and DFT studies. 2022, 347, 118291

Peculiar behavior of the ester carbonyl vibrational modes in anisotropic aliphatic and semi-aromatic
polyesters.. 2021, 269, 120710

6 Hybrid functional/embedded cluster study of uranium and actinide (actinide[®*Np, Pu, Am or Cm)
455 mixed dioxides bulk and {110} surfaces. 2022, 560, 153490

A donor-freelthromophore with a silicon-based acceptor group for second order nonlinear optics.
2022, 533, 120745

6 Molecular Features Behind Formation of #r fCo-Crystalline and Nanoporous-Crystalline Phases
453 oFPPO.. 2021, 9, 809850

Alloying dichalcogenolate-protected Ag eight-electron nanoclusters: a DFT investigation.. 2021, 14, 196-203

461  Excitation induced asymmetric fluorescence emission in 2D-WS2 quantum dots. 2022, 3, 1772-1779 0

Nickel macrocyclic complexes with porphyrazine and some [benzo]substituted, oxo and fluoro
ligands: DFT analysis. A-J

Highly efficient functionalized MOF-LIC-1 for extraction of U(VI) and Th(IV) from aqueous solution:
459 experimental and theoretical studies.. 2022, 4

Cholesky decomposition of complex two-electron integrals over GIAOs: Efficient MP2

computations for large molecules in strong magnetic fields.. Journal of Chemical Physics, 2022, 156, 044113

105



CITATION REPORT

Asymmetrically Difunctionalized 1,1?-Ferrocenyl Metalloligands and Their Transition Metal
457 Complexes. 2022, 2022,

The ground and ionized states of azulene: A combined study of the vibrational energy levels by
photoionization, configuration interaction, and density functional calculations.. Journal of Chemical
Physics, 2022, 156, 064305

Photocytotoxicity and photoinduced phosphine ligand exchange in a Ru(ii) polypyridyl complex..
455 2022, 13, 1933-1945

Spectroscopic and Computational Investigation of the Epoxyqueuosine Reductase QueG Reveals
Intriguing Similarities with the Reductive Dehalogenase PceA.. 2022,

Computational Investigation of the Metal and Ligand Substitution Effects on the Structure and
453  Electronic States of the Phosphoranimide Tetramer Complexes of Cu(l), Ni(l), Co(l), and Fe(l).. 2022, 0
61,1471-1485

Theoretical investigation of mechanism and ligand effects on half-sandwich iridium complexes for
direct reductive amination. 2022, 517, 112050

. Pathways to fluorescence restriction of intramolecular motion in substituted
45 tetraphenylethylenes.. 2022,

Understanding the Effect of pH on the Solubility and Aggregation Extent of Humic Acid in Solution
by Combining Simulation and the Experiment.. 2022,

449 Mechanical conductance tunability of a porphyrin-cyclophane single-molecule junction.. 2022, 1

Effect of Internal Donors on Raman and IR Spectroscopic Fingerprints of MgCl/TiCl Nanoclusters
Determined by Machine Learning and DFT.. 2022, 15,

1-Allyl-4-hydroxy-2,2-dioxo-N-(4-methoxyphenyl)-1H-2[1-benzothiazine-3-carboxamide:
447 polymorphic transition due to grinding with the loss of the biological activity.. 2022, 78, 70-79

A computational study of the mechanism of chloroalkane dechlorination with Rh(l) complexes..
2022,

445 Panchromatic Absorption and Oxidation of an Iron(ll) Spin Crossover Complex.. 2022, 61, 1659-1671 2

Computational studies of the magneto-structural correlations in a manganese dimer with
Jahn-Teller distortions.. 2022,

443  Fold-in Synthesis of a Pentabenzopentaaza[10]circulene.. 2022, 1

Fold-in Synthesis of a Pentabenzopentaaza[10]circulene.

. The quantum chemical solvation of indole: accounting for strong solute-solvent interactions using
44T implicit/explicit models.. 2022,

Deciphering the Role of Symmetry and Ligand Field in Designing Three-Coordinate Uranium and

Plutonium Single-Molecule Magnets.. 2022,

106



(2022-2022)

Understanding excited state properties of host materials in OLEDs: simulation of absorption
439 spectrum of amorphous 4,4-bis(carbazol-9-yl)-2,2-biphenyl (CBP).. 2022,

Theoretical Perspective on the Sensing Mechanism of a Novel Fluorescent Probe for Nitramine
Explosives: The Role of Radical Reactions.. 2022, 126, 685-690

Thermodynamically favourable states in the reaction of nitrogenase without dissociation of any
437 sulfide ligand.. 2022,

Redox-Active Dendrimer-Like Oligoguanidines and Their Use in a Proton-Coupled Electron Transfer
Reaction. 2022, 2022,

Bicarbonate-controlled reduction of oxygen by the Q semiquinone in Photosystem Il in
435 membranes.. 2022, 119,

Computational assessment and understanding of C6 product selectivity for chromium
phosphinoamidine catalyzed ethylene trimerization. 2022, 961, 122251

Unraveling excited state dynamics and photophysical properties for a series of phenol-quinoline
433 derivatives by controlling hydrogen bond geometry. 2022, 427, 113799 3

Hydrogen bond-induced Planarity and ESPT Process: A Theoretical Insight into the Sensing
Mechanism of a Fluorescent Probe for Hypochlorous Acid. 2022, 139466

Electrocatalytic Water Oxidation Activity of Molecular Copper Complexes: Effect of Redox-Active
431 Ligands.. 2022, 4

Theoretical study on excited state intramolecular proton transfer mechanism of thiazole complex
in different kinds of solvents.

[Cd(Sn9)2]6land [CA(Ni@Sn9)2]6lReactivity and coordination chemistry of empty and
429 Ni-centered [Sn9]4lZintl ions. 2022,

Exploring the ESIPT process and fluorescence properties of 2-(2?-Hydroxyaryl)benzazole
derivatives by expanding the Econjugation framework. 2022, 793, 139465

427  Prediction of Pourbaix diagrams of quinones for redox flow battery by COSMO-RS. 2022, 49, 104152 fe)

To stimulate, and to inhibit: A theoretical understanding of the sodium-catalytic mechanism of coke
gasification. 2022, 435, 135091

425 Density Functional Theory for Transition Metal Catalysis. 2022,

A Combined Experimental and Theoretical Study on Vanadium-Catalytic Oxidation of Lignin to
Produce Carboxylic Acids.

Field-induced mononuclear cobalt(ll) single-molecule magnet (SMM) based on a
423 benzothiadiazole--vanillin ligand.. 2022,

Hluoroamine synthesis P(lll)-mediated deoxygenative geminal fluorosulfonimidation of

1,2-diketones.. 2022,

107



CITATION REPORT

421 ZnCl-mediated stereo- and chemoselective synthesis of vinylphosphonates.. 2022, 1

Tungsten and molybdenum dinitrogen complexes supported by a pentadentate tetrapodal
phosphine ligand: comparative spectroscopic, electrochemical and reactivity studies.. 2022,

. Structure@elation property relationships of phenolic glycosides of pentose sugars: pH dependent
419 controlled release of curcumin.

The photodissociation of solvated cyclopropanone and its hydrate explored non-adiabatic
molecular dynamics using BCF.. 2022,

. Energy decomposition analysis of cationic carbene analogues with group 13 and 16 elements as a
417 central atom: a comparative study.. 2022,

Effect of the ring size of TMC ligands in controlling C-H bond activation by metal-superoxo species..
2022,

. Luminescent cyclometalated alkynylplatinum(ll) complexes with 1,3-di(pyrimidin-2-yl)benzene
415 ligands: synthesis, electrochemistry, photophysics and computational studies.. 2022,

Determining the inherent selectivity for carbon radical hydroxylation halogenation with high-spin
oxoiron(iv)-halide complexes: a concerted rebound step.. 2022, 12, 9891-9897

Computational Mechanism Investigation of Bi(l)/Bi(lll) redox catalyzed hydrodefluorination(HDF) of
413 polyfluoroarenes.

New heteroligand complex of cobalt with phthalocyanine, oxo and fluoro ligands: DFT
consideration. A-l

411 Trigger bond analysis of azo-based energetic materials.

Computational H and C NMR in structural and stereochemical studies.. 2022,

o Can Mesoporous Silica Speed Up Degradation of Benzodiazepines? Hints from Quantum Mechanical
409 Investigations.. 2022, 15,

Monitoring the Substrate-Induced Spin-State Distribution in a Cobalt(ll)-Salen Complex by EPR and
DFT. 2022, 2022,

407 Homochiral Mn Spin-Crossover Complexes: A Structural and Spectroscopic Study.. 2022, 1

Synthesis, Photophysics, Computational Approaches, and Biomolecule Interactive Studies of
Metalloporphyrins Containing Pyrenyl Units: Influence of the Metal Center.

Iron(Ill) Complexes of a Hexadentate Thioether-Appended 2-Aminophenol Ligand: Redox-Driven
405 Spin State Switchover.. 2022,

Asymmetric Tandem Conjugate Addition and Reaction with Carbocations on Unsaturated

Heterocycles. 2022, 364, 1337-1344

108



403  Magnetically Induced Current Densities in Zinc Porphyrin Nanoshells.. 2022, 1

Design of Ru-aqua complex possessing potential inversion behavior.

Can water act as a nucleophile in CO oxidation catalysed by Mo/Cu CO-dehydrogenase? Answers

49T from theory.. 2022,

The sensing mechanism of fluorescent probe for PhSH and the process of ESIPT.. 2022, 1

399 Origin of enhanced thermal atomic layer etching of amorphous HFO2. 2022, 40, 022604 1

Side-on coordination of diphosphorus to a mononuclear iron center.. 2022, 375, 1393-1397

o Anionic Stacks of Alkali-Interlinked Yttrium and Dysprosium Bicyclooctatetraenes in Isolation.. 2022 L

1

Growing Mechanism of Polysulfides and Elemental Sulfur Formation: Implications to Hindered
Chalcopyrite Dissolution.. 2022,

395 Basis Set Dependence of Optical Rotation Calculations with Different Choices of Gauge.. 2022, 1

lon Mobility Studies of Pyrroloquinoline Quinone Aza-Crown Ether-Lanthanide Complexes.. 2022,

Fe 3 O 4 Templated Pyrolyzed FeBI Catalysts. Understanding the role of N-Functions and Fe 3 C
393 onthe ORR Activity and Mechanism.

Benchmarking ANO-R basis set for multiconfigurational calculations. 2022, 4, 014009

Effects of oxidative adsorbates and cluster formation on the electronic structure of
391 A
nanodiamonds.. 2022,

Multifunctional Molecule-Modified SnO 2 Berovskite Interface for Efficient Planar Perovskite Solar
Cells. 2200102

3 The powder X-band electron paramagnetic resonance spectroscopy of septet
399 pyridyl-2,4,6-trinitrene.. 2022,

Distinct bimetallic cooperativity among water reduction catalysts containing [ColllColll], [NilINill],
and [ZnlIZnll] cores.. 2022,

3 Rotational Spectroscopy of 2-Furoic Acid and Its Dimer: Conformational Distribution and Double
3°7  Proton Tunneling.. 2022,

Group 4 Transition Metal Complexes with Anionic N -Heterocyclic Olefin Ligands.

109



379

377

375

373

S

CITATION REPORT

A High Performance 2-Hydroxynaphthalene Acylhydrazone Fluorescent Chemosensor for Detection
of Al3+ lons Through ESIPT and PET Signalling Mechanism. 1

Molecular insights into the encapsulation of fluorouracil molecule inside the single-walled carbon
nanotubes. 2022, 124, 108900

Hit Expansion of a Noncovalent SARS-CoV-2 Main Protease Inhibitor.. 2022, 5, 255-265 1

Tuning Catalyst-Free Photocontrolled Polymerization by Substitution: A Quantitative and
Qualitative Interpretation.. 2022, 3290-3296

Impact of regiochemistry on thermal stability of trifuroxan based energetic materials: A theoretical
perspective. 2022, 1211, 113686

Triple proton transfer after water rearrangement in (2,6-aza)lnd%H20)2. 2022, 353, 118847

Restriction of intramolecular torsion induces abnormal blue-shifted fluorescence in the aggregate
state. 2022, 201, 110192

Investigating the mechanism of fluorescence probe of quinoline derivatives for detecting
phosgene in gas and liquid phases. 2022, 797, 139577

Piano-stool type (F6-p-cymene)ruthenium(ll) thiazole-derived motifs complexes: Synthesis, crystal
structures, DFT studies, molecular docking and in-vitro binding studies with HSA and cytotoxicity. 1
2022, 537,120925

Electronic structure, optical properties, and electron dynamics in organic dye-sensitized TiO2
interfaces by local hybrid density functionals. 2022, 559, 111521

Determination of dissolved nickel in natural waters using a rapid microplate Fluorescence assay
method.. 2022, 275, 121170

The role of regioisomerism on thermal stability of furoxan based energetic materials. 2022, 1262, 132955

Revealing the Mechanism of Isethionate Sulfite-Lyase by QM/MM Calculations. 2021, fe)

A Reactive, Photogenerated High-Spin (= 2) Fe(O) Complex via O Activation.. 2021, 143, 21637-21647

In Silico Inhibitability of Copper Carbenes and Silylenes against Rhizoctonia solani and
Magnaporthe oryzae. 2021, 2021, 1-14

Latent Nucleophilic Carbenes.. 2021,

Ferromagnetic Europium Sulfide Thin Films: Influence of Precursors on Magneto-Optical
Properties. 2022, 34, 152-164

Linear Scaling Relationships to Predict p’'s and Reduction Potentials for Bioinspired Hydrogenase

Catalysis.. 2021,

110



(2022-2021)

367 Bright ab initio photoluminescence of NV+ in diamond. 2021, 130, 234402

Magnetic moment quenching in small Pd clusters in solution. 2021, 75, 1

365 Theoretical study on the thermal dissociation of FOX-7 promoted by NO 2. 2022, 122,

Role of Coordination Geometry on the Magnetic Relaxation Dynamics of Isomeric Five-Coordinate
Low-Spin Co(ll) Complexes.. 2021,

6 A Co(lll) Complex of 1-Amino-4-hydroxy-9,10-anthraquinone Exhibits Apoptotic Action against
33 MCF-7 Human Breast Cancer Cells.. 2022,7,1428-1436

Organometallic (F6 - p -cymene)ruthenium(ll) complexes with thiazolyl-based organic twigs: En
route towards targeted delivery via human serum albumin of the potential anticancer agents. 2022,
36,

The importance of the bite angle of metal(lll) salen catalysts in the sequestration of CO2 with
epoxides in mild conditions. 2021,

Direct orbital selection within the domain-based local pair natural orbital coupled-cluster method..
Journal of Chemical Physics, 2021, 155, 224102

359 Machine learning activation energies of chemical reactions. 0

Elucidation of kinetic and structural properties of eye lens Ecrystallin: an and approach.. 2021, 1-15

Hydrogen-Bonded Complexes of Neutral Nitroxide Radicals with 2-Propanol Studied by
357 Multifrequency EPR/ENDOR. 1

New Insights into the Crystallographic Disorder in the Polymorphic Forms of Aspirin from
Low-Frequency Vibrational Analysis. 2021,

355 Cytotoxic properties of rhenium(l) tricarbonyl complexes of N-heterocyclic carbene ligands.. 2022, 1

-Chlorotetrafluorophenyl-boranes - syntheses and structures of a series of mono- and bidentate
Lewis acids.. 2022,

Highly-fluorescent BODIPY-functionalised metallacages as drug delivery systems: synthesis,
353 characterisation and cellular accumulation studies.. 2022,

Odd-Number Cyclo[]Carbons Sustaining Alternating Aromaticity.. 2022,

Engineering a passivating electric double layer for high performance lithium metal batteries.. 2022,

351 43,2029 18

Molecular Principles of Redox-Coupled Protonation Dynamics in Photosystem II.. 2022,

111



349

347

345

343

341

335

333

CITATION REPORT

Insights into the Thermally Activated Cyclization Mechanism in a Linear Phenylalanine-Alanine
Dipeptide.. 2022,

Collective interactions among organometallics are exotic bonds hidden on lab shelves.. 2022, 13, 2069

Structural Elucidation of an Atropisomeric Entcassiflavan-(4§>8)-Epicatechin Isolated from L.f.
Based on NMR and ECD Calculations in Comparison to Experimental Data.. 2022, 27,

An efficient implementation of time-dependent linear-response theory for strongly orthogonal
geminal wave function models.. Journal of Chemical Physics, 2022, 156, 174102

A Versatile Route To Cyclic (Alkyl)(Amino)Carbene-stabilized Stibinidenes. 0

Combining Both Acceptorless Dehydrogenation and Borrowing Hydrogen Mechanisms in One
System as Described by DFT Calculations. 2100566

How to achieve near unity fluorescence quantum yields on gold(l) benzothiadiazole-based
derivatives. 2022, 202, 110308

Reassignment of the structures of pestalopyrones A-D.. 2022, 113205

Data_Sheet_1.DOCX. 2020,

Table1.PDF. 2018,

Data_Sheet_1.pdf. 2020,

Table_1.DOCX. 2018,

Data_Sheet_1.DOCX. 2018,

Data_Sheet_1.PDF. 2018,

Data_Sheet_1.pdf. 2018,

Data_Sheet_1.PDF. 2019,

Accurate Prediction of Nuclear Magnetic Resonance Parameters via the XYG3 Type of Doubly
Hybrid Density Functionals.. 2022,

DFT Calculations of P NMR Chemical Shifts in Palladium Complexes.. 2022, 27,

112



(2022-2022)

Automated Molecular Cluster Growing for Explicit Solvation by Efficient Force Field and Tight
33T Binding Methods.. 2022,

Regulation of excited-state intramolecular proton transfer process and photophysical properties
for benzoxazole isothiocyanate fluorescent dyes by changing atomic electronegativity. 2022, 35, 331-337

Heteroligand complexes of chromium, manganese, and iron with trans-dibenzoporphyrazine and
329 two oxo ligands: DFT calculations. 2022, 71, 656-664 3

Aminobenzimidazole-based (k6 - p -cymene)ruthenium (II) complexes as nascent anticancer
chemotherapeutics: Synthesis, crystal structure, DFT studies, HSA interactions, molecular docking,
and cytotoxicity.

327  Unlocking New Redox Activity in Alluaudite Cathodes through Compositional Design. 2022, 34, 4088-4103 1

Theoretical investigation and reconsideration of intramolecular proton-transfer-induced the
twisted charge-transfer for the fluorescent sensor to detect the aluminum ion.

5 Electronic and Optical Properties of Eu-Activated Narrow-Band Phosphors for Phosphor-Converted
249 Light-Emitting Diode Applications: Insights from a Theoretical Spectroscopy Perspective.. 2022, 4

Cyclodextrin-Activated Porphyrin Photosensitization for Boosting Self-Cleavable Drug Release..
2022,

Computationally enhanced X-ray diffraction analysis of a gold(lll) complex interacting with the
323 human telomeric DNA G-quadruplex. Unravelling non-unique ligand positioning.. 2022,

Quantum Chemical Approaches to the Calculation of NMR Parameters: From Fundamentals to
Recent Advances. 2022, 8, 50

Modulation of Intersystem Crossing by ChemicallComposition and Solvent Effects:

I Benzophenone,/Anthrone and Fluorenone.

Electronic Structures, Bonding Aspects and Spectroscopic Parameters of Homo/Hetero Valent
Bridged Dinuclear Transition Metal Complexes. 2022, 121331

. Dynamic Metal-lodide Bonds in a Tetracoordinated Cadmium-Based Metal-Organic Framework
319 Boosting Efficient CO Cycloaddition under Solvent- and Cocatalyst-Free Conditions.. 2022,

Study on Hydration and Dehydration of Ezetimibe by Terahertz Spectroscopy with
Humidity-Controlled Measurements and Theoretical Analysis.. 2022, 126, 2879-2888

Aggregation behavior and spectroscopic properties of red-emitting distyryl-BODIPY in aqueous
317 solution, Langmuir-Schaefer films and Pluoronicll F127 micelles.. 2022, 278, 121366

Unravelling the Turn-On Fluorescence Mechanism of a Fluorescein-Based Probe in GABA A
Receptors.

A Single Solvating Benzene Molecule Decouples the Mixed-valence Complex through
315 |ntermolecular Orbital Interactions. 2022, 104365

Density functional theoretical analysis of micro-adsorption of isotopes of hydrogen molecule and

atom by uranium. 2022,

113



CITATION REPORT

. New Insights into the Recognition and Sensing Mechanism of a HS Fluorescent Probe: A Theoretical
D Perspective.. 2022,

Unravelling the Turn-on Fluorescence Mechanism of a Fluorescein-Based Probe in GABAA
Receptors.. 2022,

311 {Ge[Fe(CO)]}: an anionic cubic germanium-iron-cluster featuring an unpaired electron.. 2022, 2

Polarizable Embedding Complex Polarization Propagator in Four- and Two-Component
Frameworks.. 2022,

o Insight into the Complexation of Heptavalent Technetium with Tri-n-Butyl Phosphate: A
309 Computational Study. 2022, 139705

Efficient Adiabatic Connection Approach for Strongly Correlated Systems: Application to
Singlet-Triplet Gaps of Biradicals.. 2022, 4570-4578

Ultra-long Lived Luminescent Triplet Excited States in Cyclic (Alkyl)(amino)carbene Complexes of
397 zn(1l) Halides.. 2022, 3

Computational Mechanism Investigation of Bismuth(Billl/BiV) Redox-catalyzed Fluorination of
Arylboronic Esters.

305 ATheoretical Study of the Sensing Mechanism of a Schiff-Based Sensor for Fluoride. 2022, 22, 3958

Quantum Chemical Calculation on the Decomposition Mechanism of Na3AlF6. 2022, 96, 1035-1043

303 Effect of trans-ligand on properties of nitric oxide motif in nitrosylcobinamide. 1-11 o)

Highly Oxidized Cobalt Porphyrin Dimer: Control of Spin Coupling via a Bridge.

301 Theoretical investigations of the heavily boron doped pentadiamond. 2022, 126, 109127

Synthesis and characterization of new monothiooxalamides containing pyridine nuclei with
promising antiproliferative and antioxidant activity. 2022, 1265, 133360

SOLUBILITY OF Ca(ll), Ni(lf), Nd(I1) AND Pu(IV) IN THE PRESENCE OF PROXY LIGANDS FOR THE
299 DEGRADATION OF POLYACRYLONITRILE IN CEMENTITIOUS SYSTEMS.

Ni(ii) complexes of a new tetradentate NN?N??0 picolinoyl-1,2-phenylenediamide-phenolate
redox-active ligand at different redox levels.

5 The role of water molecular structuring in the formation of the inclusion compounds based on
97 cucurbit[8]uril and trans-[Co(en)2Cl2]+, trans-[Ru(en)2Cl2]+ complexes: a DFT examination.

Modelling the Radical Chemistry on Ice Surfaces: An Integrated Quantum Chemical and

Experimental Approach. 2022, 9,

114



(2022-2022)

5 Polymorphic transition due to grinding: the case of
95 3-[1-(tert-butoxycarbonyl)azetidin-3-yl]-1,2-oxazole-4-carboxylic acid. 2022, 78, 510-519

Rigid, strained, and flexible: a DFT study of a backbone-affected monohydride formation of salen
and salan complexes. 2022, 141,

Regression Modeling for the Prediction of Hydrogen Atom Transfer Barriers in Cytochrome P450
293 from Semi-empirically Derived Descriptors.

QM/MM Calculations Suggested Concerted O-O Bond Cleavage and Substrate Oxidation by
Nonheme Diiron Toluene/o-xylene Monooxygenase.

Theoretical insights into the role of regiochemistry in thermal stability regulation of energetic
29T materials. 2022, 801, 139720
Combined experimental and theoretical investigation on the magnetic properties derived from the
coordination of 6-methyl-2-oxonicotinate to 3d-metal ions.

A Predictive Chemistry DFT Study of the N20O Functionalization for the Preparation of

=0 Triazolopyridine and Triazoloquinoline Scaffolds.

A Combined Experimental and Theoretical Study on Vanadium-Catalytic Oxidation of Lignin to
Produce Carboxylic Acids.

287  Mechanical compression in cofacial porphyrin cyclophane pincers. 2

Transition metal catalyzed cross-coupling and nitrogen reduction reactions: Lessons from
computational studies. 2022,

Excited-State Deactivation Mechanism of 3,5-bis(2-hydroxyphenyl)-1H-1,2,4-triazole: Electronic

255 Structure Calculations and Nonadiabatic Dynamics Simulations.

Exploring the influence of intermolecular hydrogen bonding on the fluorescence properties of
HQCT and HQPH fluorescent chemosensors. 2022, 121537

Fine-Tuning of Structural Distortion and Magnetic Anisotropy by Organosulfonates in Octahedral

283 Cobalt( 1) Complexes.

Unraveling the Reaction Mechanism of Mo/Cu CO Dehydrogenase Using QM/MM Calculations. 2022
,12,7336-7343

DFT Quantum-chemical prediction of molecular structure of iron(VI) macrocyclic complex with

281 phthalocyanine and two oxo ligands. A-I

Electroluminescence from Single-Walled Carbon Nanotubes with Quantum Defects.

5 Revealing the regioselective N-acylation of 5-bromo-2-aminobenzimidazole using experiment and
79 theoretical calculation. 2022, 132905

Zinc(I) and copper(ll) complexes with benzothiadiazole Schiff-base ligands. 2022, 115994

115



CITATION REPORT

Calcium Bistriflimide-Mediated Sulfur(V1)Bluoride Exchange (SUFEXx): Mechanistic Insights toward
277 Instigating Catalysis.

New methylene blue analogues with N-piperidinyl-carbinol units: Synthesis, optical properties and
in vitro internalization in human ovarian cancer cells. 2022, 205, 110460

TDDFT study on the ESPT and ICT mechanism of a bifunctional fFluorescent probe for detecting
275 fluoride and sulphite. 2022, 802, 139782

Effect of intermolecular hydrogen bonds on the proton transfer and fluorescence characteristics of
1?-hydroxy-2?-acetonaphthone. 2022, 361, 119555

273 Theoretical investigation on the reaction mechanism of UTP cyclohydrolase. 0

A Structure and Electronics Study into Ferrocene Alkene Compounds Produced from Organic Acids.

1t Cationic palladium(ii)-indenyl complexes bearing phosphines as ancillary ligands: synthesis, and
7 study of indenyl amination and anticancer activity.

Antibacterial silver and gold complexes of imidazole and 1,2,4-triazole derived N-heterocyclic

carbenes.

269 Theoretical Study on Several Important Decomposition Paths of Fox-7 and its Derivatives.

Excited States of Metal-Adsorbed Dimethyl Disulfide: A TDDFT Study with Cluster Model. 2022,
126,4191-4198

267  An Adaptive Rhodium Catalyst to Control the Hydrogenation Network of Nitroarenes.

Formation and relaxation of K-2 and K-2V double-core-hole states in n-butane. Journal of Chemical
Physics,

265 An Adaptive Rhodium Catalyst to Control the Hydrogenation Network of Nitroarenes. fe)

Elaborating the mechanism of a highly selective fluorescent Burn-onlprobe to detect the group IIIA
ions: a detailed time-dependent density functional theory study. 2022, 141,

Observation of High-Order Overtones and Combinations in Surface-Enhanced Raman Scattering:

263 The Essential Role in Elucidation of the Chemical Mechanism.

Fragmentation-Based Decomposition of a MetalloenzymeBubstrate Interaction: A Case Study for a
Lytic Polysaccharide Monooxygenase.

261 Regularized CASPT2: an Intruder-State-Free Approach. 2

Cholesky decomposition of two-electron integrals in quantum-chemical calculations with

perturbative or finite magnetic fields using gauge-including atomic orbitals.

116



(2022-)

259  Multimetallic Permethylpentalene Hydride Complexes.

Theoretical Insights into Aluminum-Catalyzed Cyanosilylation of Aldehydes and Ketones.

Oxidation of [Ge9{Si(SiMe3)3}3]with LnI3 (Ln = Eu, Sm, Yb): Isomerism of Metalloid Germanium
257 Clusters. 3

Copper complexes of strongly electron rich and deficient salen ligands. 2022, 542, 121106

255 Agraph representation of molecular ensembles for polymer property prediction. 4

Synthesis, Formation Mechanism, and Structure of K[BH3S(CH3)BH3] and Its Application in
Preparation of KB3H8. 2022, 61, 12828-12834

Theoretical approach for Fe(ll/111) and its chlorophyll-related complexes as sensitizers in
253 dye-sensitized solar cells. 2022, 3-15

Advanced Spectroscopic and Computational Studies of a Cobalt(ll) Coordination Polymer with
Single-lon-Magnet Properties. 2022, 126, 13268-13283

251 Electronic structures and energetic of metal(ll)-superoxo species: a DFT exploration.

OH Radical and Chlorine Atom Kinetics of Substituted Aromatic Compounds:
4-chlorobenzotrifluoride (p-CIC6H4CF3). 2022, 126, 5407-5419

Insights into the Coordination Behavior of Methyl-Substituted Phosphinic Acids with Actinides.
249 2022, 61,13047-13057

From free-energy profiles to activation free energies. 2022, 157, 084113

, Efficient Crystal Structure Prediction For Structurally Related Molecules with Accurate and
47 Transferable Tailor-Made Force Fields.

Identification of NEK7 inhibitors: structure based virtual screening, molecular docking, density
functional theory calculations and molecular dynamics simulations. 1-15

245 Solvent-Dependent Self-Assembly of an Amphiphilic Copper(ll) Complex with Bulky Head Groups.

Stereoconvergent Synthesis of Cyclopentenyl Nucleosides by Palladium-Assisted Allylic Reaction.

243 Liquid-Phase Effects on Adsorption Processes in Heterogeneous Catalysis. o)

Hydrogen Atom Transfer Thermodynamics of Homologous Co(lll)- and Mn(lll)-Superoxo Complexes:

The Effect of the Metal Spin State. 2022, 2, 1899-1909

117



241

255)

25

235

255

231

227

225

CITATION REPORT

Reaction of Pertechnetate in Highly Alkaline Solution: Synthesis and Characterization of the
Nitridotrioxotechnetate Ba[TcO3N].

Structural characteristics and chloride intrusion mechanism of passive film. 2022, 207, 110563

Ab initio investigation of substituent effects on the excited electronic states of flavylium cation
analogues of anthocyanin pigments. 2022, 1216, 113851

Benzothiazolylhydrazine azomethine derivatives for efficient corrosion inhibition of mild steel in
acidic environment: Integrated experimental and density functional theory cum molecular
dynamics simulation approach. 2022, 364, 120033

Enhancing the biological properties of zinc complexes with bis(indolyl)methane groups: Synthesis,
characterization, DNA interaction, and biocide activity. 2022, 236, 111973

Hydrolytic activity of new bioinspired MnllIMnll and FelllIMnll complexes as mimetics of PAPs:
Biological and environmental interest. 2022, 236, 111965

Entropy reduction from strong localization [Bn explanation for enhanced reaction rates of organic
synthesis in aqueous micelles. 2022, 628, 819-828

Luminescence properties of europium (lll)-based metaldrganic frameworks: Influence of varied
organic linkers. 2022, 1269, 133767

Hydroaminoalkylation of alkenes using transition metals complexes grafted on silica SBA15 as
catalysts. 2022, 117, 108281

Modulating the ESIPT dynamics of 3HF derivatives via substitution and solvent effect: A theoretical
study. 2022, 366, 120295

A combined experimental and theoretical study on vanadium-catalytic oxidation of lignin to
produce carboxylic acids. 2022, 238, 107493

Learning excited-state properties. 2023, 467-488

Electronic, geometrical and photophysical facets of five coordinated porphyrin N-heterocyclic
carbene transition metals complexes: A theoretical study. 2023, 284, 121774

Development of gold(l) phosphorescent tweezer for sensing applications.

Calculation of exchange couplings in the electronically excited state of molecular three-spin
systems.

Geometric requirements for living anionic polymerization: polymerization of rotationally
constrained 1,3-dienes. 2022, 13, 5478-5485

Experimental and theoretical investigations on three Dylll4 single molecule magnets: structural and
magneto-structural correlations. 2022, 51, 14753-14766

A first principles examination of phosphorescence. 2022, 12, 25440-25448

118



(2022-2022)

Infrared photodissociation spectroscopy of (Al203)2BFeO+: influence of Fe-substitution on small

223 alumina clusters. 2022, 24, 20913-20920

Single-molecule magnet behaviour and catalytic properties of tetrahedral Co(ii) complexes bearing
chloride and 1,2-disubstituted benzimidazole as ligands. 2022, 51, 12258-12270

Excited-state photochemistry dynamics of 2-(1-naphthyl) phenol: electronic structure calculations

221 3nd non-adiabatic dynamics simulations. 2022, 24, 21358-21366

Tuning the anticancer properties of Pt(ii) complexes via structurally flexible
N-(2-picolyl)salicylimine ligands. 2022, 12, 27582-27595

Benzimidazole-acid hydrazide SchiffMannich combo ligands enable the nano-molar detection of

219 zn2+in semi-aqueous media, HuH-7 cells, and plants via a fluorescence turn-on mode. 2022, 46, 16161-16171

o

Insights into the spontaneous multi-scale supramolecular assembly in ionic liquid based extraction
system.

Time-dependent density functional theory studies of the optical and electronic properties of the

217 [M25(MPA)18]OM = Au, Ag, MPA = SCH2CH2COOH) clusters.

Comparative Investigation of kb-Arene Tethered Ru(ll) Complexes with Different Tethered
Heteroatoms for Ethylene Polymerization Catalysis: Experimental and DFT Studies.

Applications of quinoxaline-bridged bis(benzimidazolium) salts as ligand sources for the

215 palladium-catalyzed Suzuki and Heck cross-coupling reactions in an aqueous medium.

Redox-controlled reorganization and flavin strain within the ribonucleotide reductase R2bRNrdI
complex monitored by serial femtosecond crystallography. 11,

Rationalizing the Substituent Effects in DielsBlder Reactions of Triazolinediones with Anthracene.

213 2022, 126, 6657-6667

Beyond the Ground State: Predicting Electron lonization Mass Spectra Using Excited-State
Molecular Dynamics. 2022, 62, 4403-4410

Metal-lon Interactions with Dodecapeptide Fragments of Human Cationic Antimicrobial Protein

211 | .37 [nCAP(134f170)]. 2022, 126, 6911-6921

Unconventional Stereoerror Formation Mechanisms in Nonmetallocene Propene Polymerization
Systems Revealed by DFT Calculations. 2022, 126, 6203-6209

Unraveling the Role of the Tyrosine Tetrad from the Binding Site of the Epigenetic Writer MLL3 in
299 the Catalytic Mechanism and Methylation Multiplicity. 2022, 23, 10339
Modified version of the COSMO-SAC model for the prediction of Vapour-Liquid Equilibria of
mixtures containing Halogen compounds. 2022, 113620

Quantum chemistry calculation and experimental research on the component proportion of black

207 disperse dye. 004051752211252

Theoretical Study on the Hydrogenolysis of Polyurethanes to Improve the Catalytic Activities. 2022,

61, 14662-14672

119



CITATION REPORT

Detailed Density Functional Theory Study of the Cationic Zirconocene Compound

205 [Cp(C5H4CMe2C6H4F)ZrMe]+. 2022, 7, 35136-35152

Fast Screening of Minimum Energy Crossing Points with Semiempirical Tight-Binding Methods.

Photocatalytic reduction of CO2 by highly efficient homogeneous Fell catalyst based on

A2 2,6-bis(1[2[BEtriazolyl-methyl)pyridine. Comparison with analogues.

Theoretical probing into complexation of Si-5LIO-1-Cm-3,2-HOPO with Uranyl. 2022, 141,

201 Theoretical Study on Several Important Decomposition Paths of FOX-7 and Its Derivatives. 2022, 113895 1

Theoretical exploration on structures, bonding aspects and molecular docking of
Eaminophosphonate ligated copper complexes against SARS-CoV-2 proteases. 13,

L Fundamentals behind the specificity of Cysteinyl-tRNA synthetase: MD and QM/MM joint
9 investigations.

Revisiting Ligand-to-Ligand Charge Transfer Phosphorescence Emission from Zinc(ll) Diimine
Bis-Thiolate Complexes: It is Actually Thermally Activated Delayed Fluorescence.

Alumina-Based Bifunctional Catalyst for Efficient CO2 Fixation into Epoxides at Atmospheric
197 Pressure.

Recovery of Rare Earth Elements From Sulfate-rich Acid Mine Water: Looking Through the Keyhole
the Exchange Reaction for Cationic Resin. 2022, 108715

195 The fluorescence mechanism of a probe based on benzothiazole group to detect HCIO. 2022, 141, o

Indole alkaloids fusarindoles AE from marine-derived fungus Fusarium equiseti LJ-1. 2022, 204, 113456

L Photoredox catalysis leading to triazolo-quinoxalinones at room temperature: selectivity of the
B rate determining step.

Magnetically bistable cobalt-dioxolene complexes with a tetradentate N-donor base.

Role of ligand spacer length of a tripodal amide on uranium(vi) and plutonium(iv) complexation:
91 synthesis, solvent extraction, liquid membrane transport and theoretical studies.
Spectral properties of Ni(ll) complex of a tridentate pyridine-amide ligand with appended ether
functionality [n-(2-Methoxyphenyl)picolinamide]: Theoretical and Experimental studies. 2022, 2349, 012023

189 Efficiency and Suitability when Exploring the Conformational Space of Phase-Transfer Catalysts. 1

Proton-Coupled, Low-Energy Pathway for Electrocatalytic CO2 Reduction at Re(Diimine)

Complexes with a Conjugated Pyrazinyl Moiety.

120



(2022-)

187  Computational Study of Very High Spin Actinyl Peroxide Matryoshka Nanoclusters. fe)

New gold(lll) chlorophenyl terpyridine complex: Biomolecular interactions and anticancer activity
against human oral squamous cell carcinoma.

Novel porphyrazine derivative [2,3,5,7,8,10,12,13,15,17,18,20-dodecaazaporphin and its

185 complexes with M(ll) ions of 3d-elements: DFT quantum-chemical modeling. 2022, 26, 672-682

The Essential Role of Waters in the Reaction Mechanism of Protein O-Fucosyl Transferase 2.

183 A DFT/TDDFT investigation on chromone derivatives: fluorescence and electronic properties. o)

Effect of structural iron on nanoscroll formation via exfoliation of a high iron-content kaolin.

181 Investigating a TADF Emitter by Time Resolved Near Infrared Spectroscopy. fe)

Binding Energies of Interstellar Relevant S-bearing Species on Water Ice Mantles: A Quantum
Mechanical Investigation. 2022, 938, 158

179 QM/MM Study of Partial Dissociation of S2B for the E2 Intermediate of Nitrogenase. 1

Quintet Dinitrenes with Negative Zero-Field Splitting: Effect of Spinrbit Coupling on the Sign of
Magnetic Anisotropy. 2022, 126, 7591-7597

Photophysical Study on the Rigid Pt(ll) Complex [Pt(naphen)(Cl)] (Hnaphen =
177 Naphtho[1,2-b][1,10]Phenanthroline and Derivatives. 2022, 27, 7022

Magnetically Induced Current Densities in HConjugated Porphyrin Nanoballs. 2022, 126, 7864-7873

L Theoretical research on the relationships between aromatic ligands and spectroscopic properties
75 of Pt(Il) complexes.

Identifying the Role of Excited-State Proton Transfer and Photoinduced Electron Transferin
Detecting Hypochlorous Acid for a Benzothiazole-Based Colorimetric Fluorescent Probe.

173 Site-selective multi-emitter gold-silver metallopolymers: A novel class of self-assembled materials. o)

Fused CycloheptatrieneBODIPY Is a High-Performance Near-Infrared Probe to Image Tau Tangles.

Calculation of Resonance Raman Spectra and Excited State Properties for Blue Copper Protein

17T Model Complexes.

Medium Effects on the Fluorescence of Imide-substituted Naphthalene Diimides. 2022, 114364

121



CITATION REPORT

169 The Essential Role of Waters in the Reaction Mechanism of Protein O-Fucosyl Transferase 2. o

Ab initio studies on a highly luminescent and oxygen-sensitive Tb(lll) complex with a
1,4,7-triazacyclononane-based tris-aryloxide ligand. 2022, 252, 119421

Femtosecond transient absorption spectroscopy on the thermally activated delayed fluorescence

167 of bis[4-(9-H-carbazole)phenyl] sulfone. 2023, 253, 119459

Understanding xanthone derivatives as novel and efficient corrosion inhibitors for P110 steel in
acidizing Fluid: Experimental and theoretical studies. 2023, 172, 111064

Uncovering the dependence of ESIPT behaviors and fluorescence properties of two new

165 benzothiazole-based fluorophores on solvent polarity: A TD-DFT study. 2023, 286, 121991

A coumarin based Schiff Base: An effective colorimetric sensor for selective detection of Flion in
real samples and DFT studies. 2023, 286, 121964

Rh-Pd/TiO2 as bilateral catalysts for reductive and oxidative degradation of fluorinated

163 pharmaceutical contaminants. 2023, 322, 122089

Asian Ancistrocladus Lianas as Creative Producers of Naphthylisoquinoline Alkaloids. 2023, 1-335

Precise Control of the Site-Selectivity in Ruthenium-Catalyzed C-H Bond Amidations by Cyclic

161 Amides as Powerful Directing Groups.

Comparative Oxidative Ability of Mononuclear and Dinuclear High-Valent Iron-Oxo Species
Towards Activation of Methane: Does the Axial/Bridge Atom Modulate the Reactivity?.

159 Hypervalent silicate-assisted azidation approach for the substituted azepane motif. 2022, 154245 o)

Calculation of Mass Spectra with the QCxMS Method for Negatively and Multiply Charged
Molecules.

L Glycidyl Cinnamate: Copolymerization with Glycidyl Ethers, in-situ NMR Kinetics and
57 Photocrosslinking. 2200366

Pyridine Carboxamides Based on Sulfobetaines: Design, Reactivity, and Biological Activity. 2022, 27, 7542

155 Spatially Templated Nanolines of Ru and RuO2 by Sequential Infiltration Synthesis. o)

Mononuclear Heptacoordinated 3d-Metal Helicates as a New Family of Single lon Magnets. 2022, 8, 153

Spectroscopic, structural and computational studies of thiophenolato bridged dirhenium(lil, 1)
153 complexes. 1-14

Adaptive regularized Gaussian process regression for application in the context of hydrogen

adsorption on graphene sheets.

122



(2023

Mechanistic insights into reductive deamination with hydrosilanes catalyzed by B(C6F5)3: A DFT
study. 10,

Variable Kinetic Isotope Effect Reveals a Multistep Pathway for Protonolysis of a PtMe Bond.

s Probing a General Strategy to Break the C-C Bond of Benzene by a Cyclic (Alkyl)(Amino)Aluminyl
Anion.

Coincidence study of core-ionized adamantane: Site-sensitivity within a carbon cage?.

L Investigation of the Structure of Atomically Dispersed NiNx Sites in Ni and N-Doped Carbon
47 Electrocatalysts by 61Ni M Esbauer Spectroscopy and Simulations.

Different reaction mechanisms of SO4ldnd DH with organic compound interpreted at molecular
orbital level in Co(ll)/peroxymonosulfate catalytic activation system. 2022, 119392

145 Insertion Reaction of Me3SiN3 with Bis(germylene). o)

Surface modifications of eight-electron palladium silver superatomic alloys. 2022, 5,

L Theoretical study of excited state intramolecular proton transfer behavior for 2-phenyl,3-
43 hydroxybenzo[g]quinolones and its derivative in the aprotic and protic solvents. 2023, 811, 140215

Benchmarking the quadrupolar coupling tensor for chlorine to probe weak-bonding interactions.

Biophysical investigation of the interaction between NSAID ibuprofen and cationic biodegradable
141 cm-E202-Cm gemini surfactants. 2023, 370, 120972
Incorporating self-healing capability in temperature-sensitive hydrogels by non-covalent chitosan
crosslinkers. 2023, 182, 111728

L Neutron crystallography and quantum chemical analysis of bilin reductase PcyA mutants reveal
39 substrate and catalytic residue protonation states. 2023, 299, 102763

Theoretical study on the working mechanism and computational evidence of robust imine-based
light-driven molecular motor. 2023, 811, 140245

137  Theoretical investigation of turn offdn mechanism of a new fluorescence probe L. 2023, 812, 140256 0

A ratiometric fluorescent probe 4-(benzothiazol-2-yl)-2-hydroxy benzaldehyde for detecting
malononitrile: Theoretical investigation on the ICT and ESIPT mechanism. 2023, 1220, 113978

Synthesis, biological activities and theoretical studies of a new macroacyclic Schiff base ligand and
135 its related Co(ll), Ni(ll), and Cu(ll) complexes: The X-ray crystal structure of the Co(ll) complex. 2023, 2
1276, 134770

Dihydrolevoglycosenone as a novel bio-based nanofluid for thermal energy storage:

Physiochemical and quantum chemical insights. 2023, 59, 106365

123



CITATION REPORT

L Synthesis, crystal structure and theoretical studies of 1-sulfonyl-1,2,3-triazole derivatives. 2023, o
33 1276, 134806

A DFT/TDDFT Investigation on Fluorescence and Electronic Properties of Chromone Derivatives.

131 Analytical gradients and derivative couplings for the TDDFT-1D method. o)

Unveiling the Decisive Factor for the Sharp Transition in the Scanning Tunneling Spectroscopy of a
Single Nickelocene Molecule. 2022, 13, 11262-11270

Emission and Luminescent Vapochromism Control of Octahedral Cu4l4 Complexes by

129 Conformationally Restricted P,N Ligands.

Occurrence and stability of anionlinteractions between phosphate and nucleobases in functional
RNA molecules. 2022, 50, 11455-11469

Femtosecond Spectroscopy and Quantum Chemistry of a Linearly Coordinated Copper(l) Carbene

127 Complex.

Exploiting Strong {CrllIDyIll} Ferromagnetic Exchange Coupling to Quench Quantum Tunneling of
Magnetization in a Novel {CrllI2DyllI3} Single-Molecule Magnet.

N2-Reduction vs H2-Evolution in a Molybdenum- or Tungsten-Based Small-Molecule Model System

125 of Nitrogenase.

On the Cooperative Origin of Solvent-Enhanced Symmetry-Breaking Charge Transferin a
Covalently Bound Tetracene Dimer Leading to Singlet Fission.

o Quantum Mechanical Calculations of Redox Potentials of the Metal Clusters in Nitrogenase. 2023, o
28, 65

Intersystem Crossing and Intramolecular Triplet Excitation Energy Transfer in
Spiro[9,10-dihydro-9-oxoanthracene-10,2°- 5°,6°-benzindan] Investigated by DFT/MRCI Methods.

The ionic and ground states of gamma-pyrone. The photoionization spectrum studied by
121 synchrotron radiation and interpreted by configuration interaction and density functional fe)
calculations..

Heterometallic Porphyrin Conjugated Polymer Thin FilmsA Gas-Phase Approach for the
Engineering of New Fused Porphyrin Systems. 2202237

Synthesis, Structural Characterization and Biological Activity Evaluation of Novel Cu(ll) Complexes

19 with 3-(trifluoromethyl)phenylthiourea Derivatives. 2022, 23, 15694

On the Origin of the Blue Color in The lodine/lodide/Starch Supramolecular Complex. 2022, 27, 8974

Simple, Fast, and Selective Dissolution of Eu203 in an lonic Liquid as a Sustainable Paradigm for

117 LanthanideBctinide Separations in Radioactive Waste Remediation.

Tuning of the Supramolecular Helicity of Peptide-Based Gel Nanofibers.

124



(2023-2022)

Theoretical Investigations on the Sensing Mechanism of Phenanthroimidazole Fluorescent Probes

TI5  for the Detection of Selenocysteine. 2022, 27, 8444

Finding Design Principles of OLED Emitters through Theoretical Investigations of Zn(ll) Carbene
Complexes. 2022, 61, 20896-20905

Interexcited State Photophysics I: Benchmarking Density Functionals for Computing Nonadiabatic

Y Couplings and Internal Conversion Rate Constants.

Photocatalytic nitrogen fixation under an ambient atmosphere using a porous coordination
polymer with bridging dinitrogen anions.

Photomediated core modification of diaryl dihydrophenzines through three-component

1t alkylarylation of alkenes toward organocatalyzed ATRP. 2022,

In Silico Infrared Spectroscopy as a Benchmark for Identifying Seized Samples Suspected of Being
N-Ethylpentylone. 2023, 2, 1-24

Oxygen versus Sulfur Coordination in Cobalt Superoxo Complexes: Spectroscopic Properties, 02

109 Binding, and H-Atom Abstraction Reactivity.

Highly Luminescent Blue Emitter with Balanced Hybridized-Locally and Charge-Transfer
Excited-States Emission.

107 The subsystem quantum chemistry program Serenity. o)

In Vitro Screening and MD Simulations of Thiourea Derivatives against SARS-CoV-2 in Association
with Multidrug Resistance ABCB1 Transporter. 2022, 7, 47671-47679

Structural characteristics of mixed nido -[Si 9k Ge x ] 4[{ x =1, 2) Zintl clusters in solution and

105 within solvent crystals.

Thiosemicarbazonecopper/Halido Systems: Structure and DFT Analysis of the Magnetic Coupling.
2023, 11, 31

103  An efficient protocol for excited states of large biochromophores. 2023, 158, 024107 fe)

An Air- and Moisture-stable Zinc(ll) Carbene Dithiolate Dimer Showing Fast Thermally Activated
Delayed Fluorescenceldnd Dexter Energy Transfer Catalysis.

On the role of torsional dynamics in the solid-state fluorescent properties of a new
101 bifluorene-tetracarboxylic acid and its supramolecular assemblies: a structural and TD-DFT 1
investigation.

Co and Ni single sites on the (111)n surface of BAl203 [b periodic boundary DFT study.

Catalytic Oxidation of Benzoins by Hydrogen Peroxide on Nanosized HKUST-1: Influence of
99 Substituents on the Reaction Rates and DFT Modeling of the Reaction Path. 2023, 28, 747

Thyroid hormone transporters binding affinity of methoxypoly chlorinated biphenyls: Insights from

molecular simulations and fluorescence competitive binding experiment. 2023, 123224

125



CITATION REPORT

Improving Lurasidone HydrochlorideB Solubility and Stability by Higher-Order Complex Formation
97 with Hydroxypropyl-fcyclodextrin. 2023, 15, 232

Revealing and predicting the relationship between the molecular structure and antioxidant activity
of flavonoids. 2023, 174, 114433

Efficient fluorescent probe with dual acrylate sites via TD-DFT and addition-cyclization engineering
95 for highly sensitive discrimination of Cys from GSH and Hcy. 2023, 111088

Theoretical investigation of mechanism on nickel-catalyzed electrochemical cross-coupling of aryl
bromides and arylamines.

New intermetalloid Ge9-clusters with copper and gold filling vacancies in the cluster chemistry of
93 [Ge9(Hyp)3]dHyp = Si(SiMe3)3).

A computational and experimental investigation of halloysite silicic surface modifications after
alkaline treatment. 2023, 232, 106813

. The two-pronged approach of heteroatoms and substituents to achieve a synergistic regulation of
9 the ESIPT process in amino 2-(2?-hydroxyphenyl)benzoxazole derivatives. 2023, 291, 122318

SYNTHESIS, STRUCTURE, AND POLYMORPHISM OF LUMINESCENT COPPER(]) COMPLEXES WITH
BENZOTHIADIAZOLE BASED 1,3-AMINOPHOSPINE. 2022, 63, 2113-2126

89 Molecular structure, spectroscopic and DFT computational studies on 3,9-diazatetraasteranes. o)

Theoretical insights into the synthesis mechanism of two amino-substituted derivatives of FOX -7.

3 Synthesis, structural properties and nonlinear optical response of some aromatic thioamides in bulk
7 vs. laser-processed films.

Zn(ll)-Catalyzed Selective N-Alkylation of Amines with Alcohols Using Redox Noninnocent
Azo-Aromatic Ligand as Electron and Hydrogen Reservoir. 2023, 88, 771-787

3 PIDA-mediated Oxidative Decarboxylation of Oxamic Acids. The Role of Radical Acidity
5 Enhancement..

The Pincer Ligand Supported Ruthenium Catalysts for Acetylene Hydrochlorination: Molecular
Mechanisms from Theoretical Insights. 2023, 13, 31

3 Alternating Ring-Opening Metathesis Polymerization Promoted by Ruthenium Catalysts Bearing
3 Unsymmetrical NHC Ligands. 2023, 13, 34

Deciphering Swift Reversal of Multifaceted Photodynamics of a Novel Pyrene Appended
Unsymmetrical Salicylaldehyde Azine Derivative in Aqueous and Protein Environments.

Glycosylated and Succinylated Macrocyclic Lactones with Amyloid-fAggregation-Regulating

81 Activity from a Marine Bacillus sp.. 2023, 21, 67

A Deep Understanding on the Effective Generation of Twisted Intramolecular Charge Transfer by

Protonation in Thiazolo[5,4-d]thiazole Derivatives. 2023, 127, 902-912

126



(2023

Ab Initio Mo-lecular Dynam-ics Calculation on Electron lon-ization Induced Fragmentations of
79 C4F7N and C5F100 for Un-derstanding Their Decompo-sitions under Discharge Con-ditions.

Tuning Molecular Electron Affinities against Atomic Electronegativities by Spatial Expansion of a
[Bystem.

Promotion of adsorptive and catalytic properties of zeolitic Brll nsted acid sites by proximal
77 extra-framework Si(OH)x groups. 2023, 6, 68-79

Conjugated porphyrin polymer films with nickel single sites for the electrocatalytic oxygen
evolution reaction.

75 Enantiodiscrimination of Inherently Chiral Thiacalixarenes by Residual Dipolar Couplings. 0

QM/MM study of the [4Fe-4S]-dependent (R)-2-hydroxyisocaproyl-CoA dehydratase: Dehydration
via a redox pathway with an &arbonyl radical intermediate. 2023,

Synthesis, characterization, in-vitro biological evaluation and theoretical studies of 1,2,3-triazoles
/3 derived from triclosan as difenoconazole analogues. 2023, 1280, 135053

Dual-optimization strategy engineered Ti-based metal-organic framework with Fe active sites for
highly-selective CO2 photoreduction to formic acid. 2023, 327, 122418

. Exploring the continuous cleavage-oxidation mechanism of the catalytic oxidation of cellulose to
7 formic acid: A combined experimental and theoretical study. 2023, 341, 127667

Unveiling the tartrazine binding mode with dsDNA by UVMisible spectroscopy, electrochemical,
and QM/MM methods. 2023, 292, 122400

Influence of stabilisers on the catalytic activity of supported Au colloidal nanoparticles for the
69 liquid phase oxidation of glucose to glucaric acid: understanding the catalyst performance from o)
NMR relaxation and computational studies. 2023, 25, 2640-2652

The perfluoroadamantoxy aluminate as an ideal weakly coordinating anion? [Bynthesis and first
applications. 2023, 52, 4355-4370

6 Satellite ligand effects on magnetic exchange in dimers. A structural, magnetic and theoretical
7 investigation of Cu2L2X4 (L = methylisothiazolinone and X = CI[IBrjl 2023, 25,9176-9187

Effect of hydration of a room temperature ionic liquid on the cationdation interaction of U022+
and NpO2+ ions. 2023, 47, 7391-7398

65 A study of the valence photoelectron spectrum of uracil and mixed waterilracil clusters. 2023, 158, 114301 0

Theoretical insight into the competitive effect of CO2 and additive H2O in coke gasification. 2023,
461, 142003

Heteroatom substitution controlled luminescent property and excited state intramolecular proton
63 transfer (ESIPT) process of novel benzothiazole-based fluorophore: A TD-DFT investigation. 2023, o)
1281,135132

A novel heavy-atom-free lysosome-targeted BODIPY as triplet photosensitizer based on SOCT-ISC

mechanism for photodynamic therapy. 2023, 214, 111214

127



CITATION REPORT

Mechanism, interfacial interactions and thermodynamics of the monolayer adsorption of trace
61 geogenic pollutants from water using mil metal-organic frameworks: Fluorides and arsenates. 2023 0
, 380, 121665

Experimental and quantum chemical investigations on the generation mechanism of Al-V
intermediate alloy by aluminothermic reduction of NaVO3. 2023, 945, 169252

Theoretical approach to the one-step versus two-step spin transitions in Hofmann-like Fell SCO
59 metal-organic frameworks. 2023, 30, 101489

Potential of deep eutectic solvent based nanofluids as a new generation heat transfer media. 2023,
379,121700

57 Theoretical insights into the spectroscopic properties of ferrocenyl hetaryl ketones. 2023, 296, 122635 o)

Investigation on non-radioactive behavior of an acylhydrazone-based fluorescent probe:
Coexistence of PET and TICT mechanisms. 2023, 295, 122603

Difluoroborate-based bichromophores: Symmetry relaxation and two-photon absorption. 2023,
55 295,122600

Liquid Dynamics Determine Transition Metal- N -Heterocyclic Carbene Complex Formation. 2023,
29,

Antioxidant and Anticancer Potential of the New Cu(ll) Complexes Bearing Imine-Phenolate
53 Ligands with Pendant Amine N-Donor Groups. 2023, 15, 376

Reaction profiles for quantum chemistry-computed [3 + 2] cycloaddition reactions. 2023, 10,

. Understanding lead and mercury adsorption by post-synthetically modified linkers in UiO-66 MOF.
5 A computational theoretical study. 2023, 49, 481-488

Signatures of the Bromine Atom and Open-Shell Spin Coupling in the X-ray Spectrum of the
Bromobenzene Cation. 2023, 145, 3554-3560

Multi-Hydration Induced Zwitterionic Hydrogel with Open Environment Stability for Chemical
49 Sensing. 2200061

Evidence That Less Can Be More for Transferable Force Fields. 2023, 63, 1188-1195

47 Hydration Structure of Diamondoids from Reactive Force Fields. 2023, 127, 3217-3227 0

Theoretical Mechanistic Investigation of the Dynamic Kinetic Resolution of N-Protected Amino Acid
Esters using Phase-Transfer Catalysts.

Experimental and Theoretical Exploration of ESIPT in a Systematically Constructed Series of
45 Benzimidazole Based Schiff Base Probes: Application as Chemosensors. 2023, 29,

Benzothiazole and benzoxazole promoted cleavage of Ru [C(aryl) bond in a four-membered

ortho-metalated ruthenium(ll) organometallics.

128



(2023-2023)

Trihalide-included (12, Br2 and IBrCljibambus[6]urils in halogenation and iodine-catalysed
reactions. 2023, 103, 81-87

Electronic structures and ligand effect on redox potential of iron and cobalt complexes: a
computational insight.

Machine Learning-Guided Computational Screening of New Candidate Reactions with High
41 Bioorthogonal Click Potential.

Oxo-Bridged Zr Dimers as Well-defined Models of Oxygen Vacancies on ZrO 2.

Slow Magnetic Relaxation and Modulated Photoluminescent Emission of Coordination Polymer
39 Based on 3-Amino-4-hydroxybenzoate Zn and Co Metal lons. 2023, 28, 1846

Highly Efficient Purely Organic Phosphorescence Light-Emitting Diodes Employing a
DonorfBcceptor Skeleton with a Phenoxaselenine Donor. 2207003

Assessing Combinations of B(C6 F 5) 3 and N 2 -Derived Molybdenum Nitrido Complexes for
37 Heterolytic Bond Activation.

Superatom Pruning by Diphosphine Ligands as a Chemical Scissor. 2023, 62, 3866-3874

Molecular Basis of the Electron Bifurcation Mechanism in the [FeFe]-Hydrogenase Complex
35 HydABC. 2023, 145, 5696-5709

Group 13 salphen compounds (In, Ga and Al): a comparison of their structural features and activities
as catalysts for cyclic carbonate synthesis.

33 Histidine oxidation in lytic polysaccharide monooxygenase. 2023, 28, 317-328 o)

Designing Donor-Acceptor Cyclopropane for the ThermalSynthesis of Carbocyclic Eight-Membered
Rings. 2023, 365, 1002-1011

. Testing the Limits of Imbalanced CPET Reactivity: Mechanistic Crossover in H-Atom Abstraction by
b Co(lll)Dxo Complexes. 2023, 145, 5664-5673

Effects of Electron Donating Ability of Substituents and Molecular Conjugation on the Electronic
Structures of Organic Radicals. 2023, 39, 202-207

DELTAS50: A Highly Accurate Database of Experimental 1H and 13C NMR Chemical Shifts Applied to
29 DFT Benchmarking. 2023, 28, 2449

DFT Method Used for Prediction of Molecular and Electronic Structures of Mn(VI) Macrocyclic
Complexes with Porhyrazine/Phthalocyanine and Two Oxo Ligands. 2023, 16, 2394

Permittivity Threshold and Thermodynamics of Integer Charge-Transfer Complexation for an
27 Organic DonorfAcceptor Pair. 2023, 127, 2792-2800

Determination of tilt angle and its behavior in chiral smectic phases by exploring molecular

conformations using complementary methods. 2023, 107,

129



CITATION REPORT

Stereoretentive Formation of Cyclobutanes from Pyrrolidines: Lessons Learned from DFT Studies
23 of the Reaction Mechanism. 2023, 88, 4619-4626

On the energetic and magnetic stability of neutral and charged lithium clusters doped with one and
two yttrium atoms. 2023, 25, 9656-9668

Effect of Subtle Changes on the Slow Relaxation Behavior of Co(ll) lons Based Metal-Organic
23 Frameworks. 2023, 23, 2099-2105 ©

Calculation of molecular g-tensors by sampling spin orientations of generalised Hartree-Fock
states. 2023, 121,

Structure and thermodynamic properties of adducts based on cucurbit[6]uril and Fe(lll)/Fe(ll) aqua

21 complexes: A DFT examination.

Origin of the Distinctive Electronic Structure of Co- and Fe-Porphyrin-Nitrene and Its Effect on
Their Nitrene Transfer Reactivity. 2023, 62, 5810-5821

19 Key factors for connecting silver-based icosahedral superatoms by vertex sharing. 2023, 6, fe)

A density functional theory insight into the extraction mechanism of lithium recovery from alkaline
brine by fdiketones.

17 Enantioselective electrochemical cobalt-catalyzed aryl CH activation reactions. 2023, 379, 1036-1042 0

Heteroligand Iron(V) Complexes Containing Porphyrazine, trans-Di[benzo]porphyrazine or
Tetra[benzo]porphyrazine, Oxo and Fluoro Ligands: DFT Quantum-Chemical Study. 2023, 24, 6442

L Acceleration of Stepwise Carbon-Polygold Bonding Cleavage in Hypercoordinated
5 Carbon-Centered Gold(l) Clusters. 2023, 62, 6147-6154

Solvent Effect on the Nonlinear Optical Property in Cr(CO)3L Complexes (L = Fb-Benzene and
Bb-Graphene): A Theoretical Study. 2023, 17, 27-35

- CuF2/MeOH-Catalyzed N3-Selective Chan-Lam Coupling of Hydantoins: Method and Mechanistic
Insight.

Molecular Spectroscopy Evidence of 1,3,5-Tris(4-carboxyphenyl)benzene Binding to DNA:
Anticancer Potential along with the Comparative Binding Profile of Intercalation via Modeling
Studies. 2023, 12, 1120

Two pairs of new isobenzofuranone enantiomers from a soil-derived fungus Penicillium canescens

T pws225.1-9 ©

Evidence of a Wheland Intermediate in Carboxylate-Assisted C(sp2)H Activation by Pd(IV) Active
Catalyst Species Studied via DFT Calculations. 2023, 13, 724

9 Machine Learning Frontier Orbital Energies of Nanodiamonds. o)

Supramolecular Gel-to-Gel Transition Induced by Nanoscale Structural Perturbation via the Rotary

Motion of Feringa’s Motor.

130



CITATION REPORT

Impact of organicihorganic wavefunction delocalization on the electronic and optical properties of
7 one-dimensional hybrid perovskites.

One Molecule Suffices: Spectroscopy of Yariv Reagents. 2023, 8,

5 RegiumiBonds Involving Nucleobases: Theoretical Study and Biological Implications. o)

Hydrogen-Bonding Receptor substituted BODIPYs as Selective ON-OFF Fluorimetric Sensors for
Fluoride lons in Polar Aprotic Organic Solvents - A Molecular-level Understanding based on
Experimental and Theoretical Studies. 2023, 114780

3 A druggable copper-signalling pathway that drives inflammation. 2023, 617, 386-394 o)

Theoretical study on counter anion- and solvent-dependent fluorescence quenching mechanism of

2-phenylbenzo[b]phospholium salts. 2023, 382, 121934

1 Catalytic Reaction Mechanism of Glyoxalase Il: A Quantum Mechanics/Molecular Mechanics Study. fe)

131



