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Influence of Vibronic Coupling on Ultrafast Singlet Fission in a Linear
Terrylenediimide Dimer

Journal of the American Chemical Society - 143, 2049-2058
https://exaly.com/article/78632572

Second Linear Response Theory and the Analytic Calculation of Excited-State
Properties

Journal of Physical Chemistry A - 125, 1093-1102

https://exaly.com/article/82731984

Tunable Symmetry-Breaking-Induced Dual Functions in Stable and Photoswitched
Single-Molecule Junctions

Journal of the American Chemical Society - 143, 20811-20817

https://exaly.com/article/123186499

Control of Charge Carriers and Band Structure in 2D Monolayer Molybdenum
Disulfide via Covalent Functionalization

ACS Applied Materials & Interfaces - 12, 4607-4615
https://exaly.com/article/75392876

Atom vacancies and electronic transmission Stark effects in boron nanoflake
junctions

Journal of Materials Chemistry C - 8, 15208-15218

https://exaly.com/article/75822697

Two-photon excited deep-red and near-infrared emissive organic co-crystals

Nature Communications - 11,
https://exaly.com/article/76234782

Thermodynamics and Mechanism of a Photocatalyzed Stereoselective [2 + 2]
Cycloaddition on a CdSe Quantum Dot

Journal of the American Chemical Society - 142, 15488-15495
https://exaly.com/article/76304240

Domain Separated Density Functional Theory for Reaction Energy Barriers and
Optical Excitations

Journal of Physical Chemistry A - 124, 5954-5962

https://exaly.com/article/76837414

Quantum embedding for material chemistry based on domain separation and open
subsystems

International Journal of Quantum Chemistry - 120,

https://exaly.com/article/77316584
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10 Analytical Approaches To Identify Plasmon-like Excited States in Bare and
Ligand-Protected Metal Nanoclusters
Journal of Physical Chemistry C - 124, 3260-3269
https://exaly.com/article/77400465

11 Orbital Control and Coherent Charge Transport in Transition Metal
Platinum(II)-Platinum(II) Lantern Complexes in Molecular Junctions
Journal of Physical Chemistry C - 124, 3233-3241
https://exaly.com/article/77408692

12 Embedding Methods for Quantum Chemistry: Applications from Materials to Life
Sciences
Journal of the American Chemical Society - 142, 3281-3295
https://exaly.com/article/77421972

2019

13 Are Transport Models Able To Predict Charge Carrier Mobilities in Organic
Semiconductors?
Journal of Physical Chemistry C - 123, 29499-29512
https://exaly.com/article/72280265

14 Quantum Interference and Substantial Property Tuning in Conjugated
Z-ortho-Regio-Resistive Organic (ZORRO) Junctions
Nano Letters - 19, 8956-8963
https://exaly.com/article/72440851

15 Molecular Junctions Inspired by Nature: Electrical Conduction through Noncovalent
Nanobelts

Journal of Physical Chemistry B - 123, 8096-8102
https://exaly.com/article/72627791

16 Photodriven quantum teleportation of an electron spin state in a covalent
donor-acceptor-radical system
Nature Chemistry - 11, 981-986
https://exaly.com/article/72805893

17 Domain Separation in Density Functional Theory

Journal of Physical Chemistry A - 123, 4785-4795
https://exaly.com/article/73161356

18  Concepts in the design and engineering of single-molecule electronic devices

Nature Reviews Physics - 1, 211-230
https://exaly.com/article/73671928

Mark Ratner

22

citations

6

citations

120

citations

14

citations

12

citations

10

citations

134

citations

9

citations

447

citations

https://exaly.com/author/1429133 Version 2026-09-16 - 3 / 66


https://exaly.com/article/77400465
https://exaly.com/article/77400465
https://exaly.com/article/77400465
https://exaly.com/article/77408692
https://exaly.com/article/77408692
https://exaly.com/article/77408692
https://exaly.com/article/77421972
https://exaly.com/article/77421972
https://exaly.com/article/77421972
https://exaly.com/article/72280265
https://exaly.com/article/72280265
https://exaly.com/article/72280265
https://exaly.com/article/72440851
https://exaly.com/article/72440851
https://exaly.com/article/72440851
https://exaly.com/article/72627791
https://exaly.com/article/72627791
https://exaly.com/article/72627791
https://exaly.com/article/72805893
https://exaly.com/article/72805893
https://exaly.com/article/72805893
https://exaly.com/article/73161356
https://exaly.com/article/73161356
https://exaly.com/article/73671928
https://exaly.com/article/73671928
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2019 / continued

19

20

21

2018

22

23

24

25

26

27

https://exaly.com/author/1429133

Charge Transport and Thermoelectric Properties of Carbon Sulfide Nanobelts in
Single-Molecule Sensors

Chemistry of Materials - 31, 6506-6518

https://exaly.com/article/73686821

Steric Interactions Impact Vibronic and Vibrational Coherences in Perylenediimide

Cyclophanes

Journal of Physical Chemistry Letters - 10, 7498-7504
https://exaly.com/article/74306594

Germanium Fluoride Nanocages as Optically Transparent n-Type Materials and
Their Endohedral Metallofullerene Derivatives

Journal of the American Chemical Society - 141, 1672-1684

https://exaly.com/article/74558048

Detecting and Visualizing Reaction Intermediates of Anisotropic Nanoparticle
Growth

Journal of the American Chemical Society - 140, 3219-3222
https://exaly.com/article/68759357

Measuring Dipole Inversion in Self-Assembled Nano-Dielectric Molecular Layers

ACS Applied Materials & Interfaces - 10, 6484-6490
https://exaly.com/article/69051326

Deducing the Adsorption Geometry of Rhodamine 6G from the Surface-Induced
Mode Renormalization in Surface-Enhanced Raman Spectroscopy

Journal of Physical Chemistry C - 122, 465-473

https://exaly.com/article/69154187

Conduction of Metal-Thin Organic Film-Metal Junctions at Low Bias

Journal of Physical Chemistry C - 122, 7557-7563
https://exaly.com/article/69356505

Wave Functions, Density Functionals, and Artificial Intelligence for Materials and
Energy Research: Future Prospects and Challenges

ACS Energy Letters - 3, 155-162

https://exaly.com/article/69705843

Development of formalisms based on locally coupled open subsystems for
calculations in molecular electronic structure and dynamics

Physical Review A - 98,

https://exaly.com/article/70576287
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2018 / continued

28 Designing Principles of Molecular Quantum Interference Effect Transistors

Journal of Physical Chemistry Letters - 9, 2843-2847
https://exaly.com/article/71127378

29 Introduction to Organic Semiconductors Using Accessible Undergraduate
Chemistry Concepts
Journal of Chemical Education - 95, 1500-1511
https://exaly.com/article/71162338

30 Photoinduced Anomalous Coulomb Blockade and the Role of Triplet States in
Electron Transport through an Irradiated Molecular Transistor

Nano Letters - 18, 5015-5023
https://exaly.com/article/71463225

31  Benchmarking Semiempirical Methods To Compute Electrochemical Formal
Potentials

Journal of Physical Chemistry A - 122, 6809-6818
https://exaly.com/article/71492450

32 Locally coupled open subsystems: A formalism for affordable electronic structure
calculations featuring fractional charges and size consistency

Journal of Chemical Physics - 149,
https://exaly.com/article/71497828

2017

33 Probing Molecular-Transport Properties using the Superconducting Proximity
Effect

Small Methods - 1,
https://exaly.com/article/65895404

34 Molecular Junctions: Control of the Energy Gap Achieved by a Pinning Effect

Journal of Physical Chemistry C - 121, 3013-3024
https://exaly.com/article/65996656

35  Exciton Absorption Spectra by Linear Response Methods: Application to Conjugated
Polymers

Journal of the American Chemical Society - 139, 3728-3735
https://exaly.com/article/66017799

36 Gate-controlled conductance switching in DNA

Nature Communications - 8,
https://exaly.com/article/66051008
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2017 / continued

37 Effect of the reflectional symmetry on the coherent hole transport across DNA 6
hairpins citations
Journal of Chemical Physics - 146,
https://exaly.com/article/66205681

38 Systematic evaluation of structure-property relationships in heteroacene - 32
diketopyrrolopyrrole molecular donors for organic solar cells citations

Journal of Materials Chemistry A - 5, 9217-9232
https://exaly.com/article/66234021

39 Theoretical modeling of voltage effects and the chemical mechanism in 44
surface-enhanced Raman scattering citations

Faraday Discussions - 205, 149-171
https://exaly.com/article/66332095

40 A Study of Electrocyclic Reactions in a Molecular Junction: Mechanistic and 2
Energetic Requirements for Switching in the Coulomb Blockade Regime citations

ChemPhysChem - 18, 1517-1525
https://exaly.com/article/66551254

41 Using coherence to enhance function in chemical and biophysical systems 576

Nature - 543, 647-656 citations
https://exaly.com/article/66644438

42 Stepwise “Dark Photoswitching” of Photochromic Dimers in a Junction 4

Journal of Physical Chemistry C - 121, 3163-3170 citations
https://exaly.com/article/66723831

43 Improved Scaling of Molecular Network Calculations: The Emergence of Molecular 13
Domains citations

Journal of Physical Chemistry Letters - 8, 415-421
https://exaly.com/article/66759944

44 Semiempirical modeling of electrochemical charge transfer 15
Faraday Discussions - 199, 547-563 citations
https://exaly.com/article/66774864

45  8pin-Selective Photoreduction of a Stable Radical within a Covalent 36
Donor-Acceptor-Radical Triad citations

Journal of the American Chemical Society - 139, 15660-15663
https://exaly.com/article/66789691

46 Can Molecular Quantum Interference Effect Transistors Survive Vibration? 17

Journal of Physical Chemistry Letters - 8, 5166-5170 citations
https://exaly.com/article/66867222
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Resonant energy transfer under the influence of the evanescent field from the metal

Journal of Chemical Physics - 146,
https://exaly.com/article/66958168

A Silicon Ratchet to Produce Power from Below-Bandgap Photons

Advanced Energy Materials - 7,
https://exaly.com/article/66960001

Light-responsive organic flashing electron ratchet

Proceedings of the National Academy of Sciences of the United States of America - 114, 8698-8703
https://exaly.com/article/67211985

Probing Intermolecular Vibrational Symmetry Breaking in Self-Assembled
Monolayers with Ultrahigh Vacuum Tip-Enhanced Raman Spectroscopy
Journal of the American Chemical Society - 139, 18664-18669
https://exaly.com/article/67375151

Hydrogenation of CO to Methanol on Ni(110) through Subsurface Hydrogen

Journal of the American Chemical Society - 139, 17582-17589
https://exaly.com/article/67453141

Chain Length Dependence of the Dielectric Constant and Polarizability in
Conjugated Organic Thin Films

ACS Nano - 11, 5970-5981

https://exaly.com/article/67513854

Enhanced Light Absorption in Fluorinated Ternary Small-Molecule Photovoltaics

ACS Energy Letters - 2, 1690-1697
https://exaly.com/article/67568275

Redfield Treatment of Multipathway Electron Transfer in Artificial Photosynthetic
Systems

Journal of Physical Chemistry B - 121, 7190-7203

https://exaly.com/article/67606332

Quantum Mechanical Identification of Quadrupolar Plasmonic Excited States in
Silver Nanorods

Journal of Physical Chemistry A - 120, 9324-9329
https://exaly.com/article/63526173

Mark Ratner

1

citations

9

citations

38

citations

41

citations

40

citations

55

citations

33

citations

9

citations

13

citations

Version 2026-09-16 - 7 / 66


https://exaly.com/article/66958168
https://exaly.com/article/66958168
https://exaly.com/article/66960001
https://exaly.com/article/66960001
https://exaly.com/article/67211985
https://exaly.com/article/67211985
https://exaly.com/article/67375151
https://exaly.com/article/67375151
https://exaly.com/article/67375151
https://exaly.com/article/67453141
https://exaly.com/article/67453141
https://exaly.com/article/67513854
https://exaly.com/article/67513854
https://exaly.com/article/67513854
https://exaly.com/article/67568275
https://exaly.com/article/67568275
https://exaly.com/article/67606332
https://exaly.com/article/67606332
https://exaly.com/article/67606332
https://exaly.com/article/63526173
https://exaly.com/article/63526173
https://exaly.com/article/63526173
https://exaly.com/author/1429133

exaly Mark Ratner

Ordered by publication year, newest first

2016 / continued

56  Implementation of INDO/SCI with COSMO Implicit Solvation and Benchmarking 7
for Solvatochromic Shifts citations

Journal of Physical Chemistry A - 120, 9878-9885
https://exaly.com/article/63679260

57 Sequential double excitations from linear-response time-dependent density 26
functional theory citations
Journal of Chemical Physics - 144,
https://exaly.com/article/63703155

58 A n-vector model for charge transport in molecular semiconductors 7

Journal of Chemical Physics - 145, citations

https://exaly.com/article/63703265

59  Nanoscale Chemical Imaging of a Dynamic Molecular Phase Boundary with 97
Ultrahigh Vacuum Tip-Enhanced Raman Spectroscopy citations
Nano Letters - 16, 3898-3904
https://exaly.com/article/64017919

60  Photophysical and Morphological Implications of Single-Strand Conjugated 78
Polymer Folding in Solution citations
Chemistry of Materials - 28, 2814-2822
https://exaly.com/article/64082249

61  Computational Study of the Resonance Enhancement of Raman Signals of Ligands 22
Adsorbed to CdSe Clusters through Photoexcitation of the Cluster citations

Journal of Physical Chemistry C - 120, 20954-20960
https://exaly.com/article/64100639

62 Boron Subphthalocyanine Based Molecular Triad Systems for the Capture of Solar 12
Energy citations

Journal of Physical Chemistry A - 120, 7694-7703
https://exaly.com/article/64200154

63  Computation of Dielectric Response in Molecular Solids for High Capacitance 21
Organic Dielectrics citations

Accounts of Chemical Research - 49, 1614-1623
https://exaly.com/article/64463608

64  Deep-hole transfer leads to ultrafast charge migration in DNA hairpins 59

Nature Chemistry - 8, 1015-1021 citations
https://exaly.com/article/64502299
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2016 / continued
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67
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72

73

https://exaly.com/author/1429133

Identification of two mechanisms for current production in a biharmonic flashing
electron ratchet

Physical Review E - 93,
https://exaly.com/article/64628253

Charge transport network dynamics in molecular aggregates

Proceedings of the National Academy of Sciences of the United States of America - 113, 8595-8600
https://exaly.com/article/64635214

Polarizability as a Molecular Descriptor for Conductance in Organic Molecular
Circuits

Journal of Physical Chemistry C - 120, 26054-26060

https://exaly.com/article/64730812

Electronic Structure and Potential Reactivity of Silaaromatic Molecules

Journal of Physical Chemistry A - 120, 9476-9488
https://exaly.com/article/64762194

Single Molecule Electrochemistry: Impact of Surface Site Heterogeneity

Journal of Physical Chemistry C - 120, 27241-27249
https://exaly.com/article/64762203

Semiempirical Modeling of Ag Nanoclusters: New Parameters for Optical Property
Studies Enable Determination of Double Excitation Contributions to Plasmonic
Excitation

Journal of Physical Chemistry A - 120, 4542-4549

https://exaly.com/article/65051770

Non-exponential Length Dependence of Conductance in Iodide-Terminated
Oligothiophene Single-Molecule Tunneling Junctions

Journal of the American Chemical Society - 138, 679-687
https://exaly.com/article/65329485

Computational Study of the Influence of the Binding Geometries of Organic Ligands
on the Photoluminescence Quantum Yield of CdSe Clusters

Journal of Physical Chemistry C - 120, 6859-6868
https://exaly.com/article/65436646

Two-Dimensional Y-Graphyne Suspended on Si(111): A Hybrid Device

Journal of Physical Chemistry C - 120, 4605-4611
https://exaly.com/article/65484746
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76

2015

77

78

79

80

81

82

https://exaly.com/author/1429133

Ring-fusion as a perylenediimide dimer design concept for high-performance
non-fullerene organic photovoltaic acceptors

Chemical Science - 7, 3543-3555
https://exaly.com/article/65569467

Enhancement of Resonant Energy Transfer Due to an Evanescent Wave from the
Metal

Journal of Physical Chemistry Letters - 7, 955-960
https://exaly.com/article/65579707

Connection between Hybrid Functionals and Importance of the Local Density
Approximation

Journal of Physical Chemistry A - 120, 1605-1612

https://exaly.com/article/65598362

Spin polarization transfer by the radical pair mechanism

Journal of Chemical Physics - 143,
https://exaly.com/article/60343590

Piezoresistivity in single DNA molecules

Nature Communications - 6,
https://exaly.com/article/60404655

Harnessing Quantum Interference in Molecular Dielectric Materials

ACS Nano - 9, 6412-6418
https://exaly.com/article/61186893

Conformationally Gated Charge Transfer in DNA Three-Way Junctions

Journal of Physical Chemistry Letters - 6, 2434-2438
https://exaly.com/article/61224087

Molecular Donor-Bridge-Acceptor Strategies for High-Capacitance Organic
Dielectric Materials

Journal of the American Chemical Society - 137, 7189-7196

https://exaly.com/article/61266265

Influence of Coherent Tunneling and Incoherent Hopping on the Charge Transfer
Mechanism in Linear Donor-Bridge-Acceptor Systems

Journal of Physical Chemistry Letters - 6, 4889-4897
https://exaly.com/article/61440895
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Intermediate tunnelling-hopping regime in DNA charge transport

Nature Chemistry - 7, 221-226
https://exaly.com/article/61647214

Towards graphyne molecular electronics

Nature Communications - 6,
https://exaly.com/article/61693118

Electron Pairing in Designer Materials: A Novel Strategy for a Negative Effective

Hubbard U

Nano Letters - 15, 1597-1602
https://exaly.com/article/61739915

A Simple Index for Characterizing Charge Transport in Molecular Materials

Journal of Physical Chemistry Letters - 6, 1018-1021
https://exaly.com/article/61783329

Tunable quantum temperature oscillations in graphene nanostructures

Physical Review B - 91,
https://exaly.com/article/61841429

Large Dipolar Spin-Spin Interaction in a Photogenerated U-Shaped Triradical

Journal of Physical Chemistry A - 119, 8040-8048
https://exaly.com/article/61874777

Quantitative Interpretations of Break Junction Conductance Histograms in
Molecular Electron Transport

ACS Nano - 9, 7704-7713

https://exaly.com/article/61954159

Diketopyrrolopyrrole (DPP) functionalized tetrathienothiophene (TTA) small
molecules for organic thin film transistors and photovoltaic cells

Journal of Materials Chemistry C - 3, 8932-8941
https://exaly.com/article/61956309

Conformational Order in Aggregates of Conjugated Polymers

Journal of the American Chemical Society - 137, 6254-6262
https://exaly.com/article/62123249

Molecular Rectifiers: A New Design Based on Asymmetric Anchoring Moieties

Nano Letters - 15, 1577-1584
https://exaly.com/article/62186973
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Metal-Free Tetrathienoacene Sensitizers for High-Performance Dye-Sensitized
Solar Cells

Journal of the American Chemical Society - 137, 4414-4423
https://exaly.com/article/62292840

Is Molecular Rectification Caused by Asymmetric Electrode Couplings or by a
Molecular Bias Drop?

Journal of Physical Chemistry C - 119, 6254-6260
https://exaly.com/article/62324823

Charge Transport across DNA-Based Three-Way Junctions

Journal of the American Chemical Society - 137, 5113-5122
https://exaly.com/article/62380318

Ultra-High-Response, Multiply Twisted Electro-optic Chromophores: Influence of
n-System Elongation and Interplanar Torsion on Hyperpolarizability

Journal of the American Chemical Society - 137, 12521-12538
https://exaly.com/article/62692424

The Next Breakthrough for Organic Photovoltaics?

Journal of Physical Chemistry Letters - 6, 77-84
https://exaly.com/article/62780706

Molecular Excited States: Accurate Calculation of Relative Energies and Electronic
Coupling Between Charge Transfer and Non-Charge Transfer States

Journal of Physical Chemistry A - 119, 253-262
https://exaly.com/article/62857623

The Scope and Limitations of Ternary Blend Organic Photovoltaics

Advanced Energy Materials - 5,
https://exaly.com/article/62904462

(Invited) Intermediate Tunnelling-Hopping Regime in DNA Charge Transport

ECS Meeting Abstracts - MA2015-02, 1644-1644
https://exaly.com/article/107607115

Maximizing the Dielectric Response of Molecular Thin Films via Quantum Chemical

Design
ACS Nano - 8, 12587-12600
https://exaly.com/article/57663768
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Single-Molecule Sensing of Environmental pH—an STM Break Junction and
NEGF-DFT Approach

Angewandte Chemie - 126, 1116-1120
https://exaly.com/article/57695885

Modeling light-induced charge transfer dynamics across a metal-molecule-metal
junction: Bridging classical electrodynamics and quantum dynamics

Journal of Chemical Physics - 141,

https://exaly.com/article/58063590

Innentitelbild: Organic Photovoltaics: Elucidating the Ultra-Fast Exciton
Dissociation Mechanism in Disordered Materials (Angew. Chem. 29/2014)

Angewandte Chemie - 126, 7500-7500
https://exaly.com/article/58225167

Multireference Ab Initio Study of Ligand Field d—-d Transitions in Octahedral
Transition-Metal Oxide Clusters

Journal of Physical Chemistry C - 118, 29196-29208
https://exaly.com/article/58228264

Electron transfer in a two-level system within a Cole-Davidson vitreous bath

Journal of Chemical Physics - 140,
https://exaly.com/article/58235610

“Supersaturated” Self-Assembled Charge-Selective Interfacial Layers for Organic
Solar Cells

Journal of the American Chemical Society - 136, 17762-17773

https://exaly.com/article/58307533

Organic Photovoltaics: Elucidating the Ultra-Fast Exciton Dissociation Mechanism
in Disordered Materials

Angewandte Chemie - 126, 7586-7590
https://exaly.com/article/58358748

Unequal Partnership: Asymmetric Roles of Polymeric Donor and Fullerene Acceptor

in Generating Free Charge

Journal of the American Chemical Society - 136, 2876-2884
https://exaly.com/article/58823865

Single-Molecule Sensing of Environmental pH—an STM Break Junction and
NEGF-DFT Approach

Angewandte Chemie - International Edition - 53, 1098-1102
https://exaly.com/article/58911882
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Modeling ion sensing in molecular electronics

Journal of Chemical Physics - 140,
https://exaly.com/article/59025452

Charge Transport Across Insulating Self-Assembled Monolayers: Non-equilibrium
Approaches and Modeling To Relate Current and Molecular Structure

ACS Nano - 8, 12428-12436

https://exaly.com/article/59049545

Emergent Properties in Locally Ordered Molecular Materials

Israel Journal of Chemistry - 54, 454-466
https://exaly.com/article/59050111

Organic Photovoltaics: Elucidating the Ultra-Fast Exciton Dissociation Mechanism
in Disordered Materials

Angewandte Chemie - International Edition - 53, 7456-7460

https://exaly.com/article/59050263

Hapticity-Dependent Charge Transport through Carbodithioate-Terminated
[5,15-Bis(phenylethynyl)porphinato]zinc(II) Complexes in Metal-Molecule-Metal
Junctions

Nano Letters - 14, 5493-5499

https://exaly.com/article/59220409

Molecular Junctions: Can Pulling Influence Optical Controllability?

Nano Letters - 14, 4587-4591
https://exaly.com/article/59226450

Interference and Molecular Transport—A Dynamical View: Time-Dependent
Analysis of Disubstituted Benzenes

Journal of Physical Chemistry Letters - 5, 2748-2752
https://exaly.com/article/59285008

Structural and Conformational Dispersion in the Rational Design of Conjugated
Polymers

Macromolecules - 47, 987-992
https://exaly.com/article/59332101

Mesoscopic Features of Charge Generation in Organic Semiconductors

Accounts of Chemical Research - 47, 3385-3394
https://exaly.com/article/59343432

Molecular Spintronics: Destructive Quantum Interference Controlled by a Gate

Journal of the American Chemical Society - 136, 15065-15071
https://exaly.com/article/59373601
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121 Spin Dynamics of Radical Pairs with Restricted Geometries and Strong Exchange
Coupling: The Role of Hyperfine Coupling
Journal of Physical Chemistry A - 118, 4249-4255
https://exaly.com/article/59397569

122 Mesoscale molecular network formation in amorphous organic materials

Proceedings of the National Academy of Sciences of the United States of America - 111, 10055-10060
https://exaly.com/article/59546697

123 Hot Injection Processes in Optically Excited States: Molecular Design for Optimized
Photocapture

Journal of Physical Chemistry C - 118, 21798-21805
https://exaly.com/article/59548308

124 Model Hamiltonian Analysis of Singlet Fission from First Principles

Journal of Physical Chemistry C - 118, 12700-12705
https://exaly.com/article/59720964

125  Solubility of Nonelectrolytes: A First-Principles Computational Approach

Journal of Physical Chemistry B - 118, 5194-5202
https://exaly.com/article/59738569

126 QM/MM Study of Photoinduced Reduction of a Tetrahedral Ag20+ Cluster by a Ag
Atom

Journal of Physical Chemistry C - 118, 1755-1762
https://exaly.com/article/59805432

2013

127 Polymer Ionics

MRS Bulletin - 14, 39-51
https://exaly.com/article/20363448

128  Multiple-Time-Scale Motion in Molecularly Linked Nanoparticle Arrays

ACS Nano - 7, 108-116
https://exaly.com/article/54824147

129 Effect of Anchoring Groups on Single Molecule Charge Transport through
Porphyrins
Journal of Physical Chemistry C - 117, 14890-14898
https://exaly.com/article/54860987

130 Structural Optimization of Zn(II)-Activated Magnetic Resonance Imaging Probes

Inorganic Chemistry - 52, 12250-12261
https://exaly.com/article/54921975
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131  Nature of Noncovalent Interactions in Catenane Supramolecular Complexes: 54
Calibrating the MM3 Force Field with ab Initio, DFT, and SAPT Methods citations

Journal of Physical Chemistry A - 117, 7918-7927
https://exaly.com/article/54928780

132 Substantial Recoverable Energy Storage in Percolative Metallic 75
Aluminum-Polypropylene Nanocomposites citations
Advanced Functional Materials - 23, 3560-3569
https://exaly.com/article/54972818

133 Forty years of molecular electronics: Non-equilibrium heat and charge transport at 84
the nanoscale citations

Physica Status Solidi (B): Basic Research - 250, 2249-2266
https://exaly.com/article/55063560

134 Computational Modeling of Octahedral Iron Oxide Clusters: Hexaaquairon(III) and 23
Its Dimers citations

Journal of Physical Chemistry C - 117, 21706-21717
https://exaly.com/article/55063593

135  8Spin Transport of Polyacetylene Chains Bridging Zigzag Graphene Nanoribbon 14
Electrodes: A Nonequilibrium Treatment of Structural Control and Spin Filtering citations

Journal of Physical Chemistry C - 117, 21178-21185
https://exaly.com/article/55083804

136 Impact of a single base pair substitution on the charge transfer rate along short DNA 19
hairpins citations
Proceedings of the National Academy of Sciences of the United States of America - 110, 14867-14871
https://exaly.com/article/55111744

137 Microphase separation as the cause of structural complexity in 2D liquids 4

Soft Matter - 9, 10042 citations
https://exaly.com/article/55247659

138 Rational design of [Co(acacen)L2]+ inhibitors of protein function 13

Dalton Transactions - 42, 4002 citations

https://exaly.com/article/55377549

139 Electron-Phonon Coupling Effect on Charge Transfer in Nanostructures 6

Journal of Physical Chemistry C - 117, 850-857 citations
https://exaly.com/article/55426614

140 Quantum Interferences and Electron Transfer in Photosystem I 19

Journal of Physical Chemistry A - 117, 5899-5908 citations
https://exaly.com/article/55454400
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M-Dimerization of viologen subunits around the core of C60 from twelve to six
directions

Chemical Science - 4, 1462

https://exaly.com/article/55467271

Calculating scattering cross sections in the near field: Analytic proof and numerical
verification

Chemical Physics - 415, 14-17

https://exaly.com/article/55769681

Reassessing the use of one-electron energetics in the design and characterization of
organic photovoltaics

Physical Chemistry Chemical Physics - 15, 4538

https://exaly.com/article/55807175

Between Superexchange and Hopping: An Intermediate Charge-Transfer
Mechanism in Poly(A)-Poly(T) DNA Hairpins

Journal of the American Chemical Society - 135, 3953-3963
https://exaly.com/article/55819363

Mapping the Relation between Stacking Geometries and Singlet Fission Yield in a
Class of Organic Crystals

Journal of Physical Chemistry Letters - 4, 1065-1069

https://exaly.com/article/55819548

Photoinitiated multi-step charge separation and ultrafast charge transfer induced
dissociation in a pyridyl-linked photosensitizer-cobaloxime assembly

Energy and Environmental Science - 6, 1917

https://exaly.com/article/55904536

Decoherence and Quantum Interference in a Four-Site Model System: Mechanisms
and Turnovers

Journal of Physical Chemistry B - 117, 1010-1020

https://exaly.com/article/55905921

First-Principles Calculation of Dielectric Response in Molecule-Based Materials

Journal of the American Chemical Society - 135, 9753-9759
https://exaly.com/article/55912814

Electron Spin Polarization Transfer from Photogenerated Spin-Correlated Radical
Pairs to a Stable Radical Observer Spin

Journal of Physical Chemistry A - 117, 5314-5325
https://exaly.com/article/55929005
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150 Controlling Conformations of Conjugated Polymers and Small Molecules: The Role
of Nonbonding Interactions
Journal of the American Chemical Society - 135, 10475-10483
https://exaly.com/article/55939793

151 Simple Analytic Description of Collection Efficiency in Organic Photovoltaics

Journal of Physical Chemistry Letters - 4, 704-709
https://exaly.com/article/55952111

152 Effects of Electronic and Nuclear Interactions on the Excited-State Properties and
Structural Dynamics of Copper(I) Diimine Complexes

Journal of Physical Chemistry B - 117, 1921-1931
https://exaly.com/article/56019309

153 Sustainable High Capacitance at High Frequencies: Metallic
Aluminum-Polypropylene Nanocomposites

ACS Nano - 7, 396-407
https://exaly.com/article/56033269

154 The role of dimensionality in the decay of surface effects

Journal of Chemical Physics - 138,
https://exaly.com/article/56217459

155 Dynamic electron localization initiated by particle-bath coupling

Physical Review B - 87,
https://exaly.com/article/56654492

156  Polaron formation: Ehrenfest dynamics vs. exact results

Journal of Chemical Physics - 138,
https://exaly.com/article/56728377

2012

157 Simulating strong field control of axial chirality using optimal control theory

Molecular Physics - 110, 1941-1952
https://exaly.com/article/52766063

158  DNA Base Pair Stacks with High Electric Conductance: A Systematic Structural
Search
ACS Nano - 6, 8216-8225
https://exaly.com/article/53486412

159  Probing Charge States in Molecular Junctions Using Raman Spectroscopy

Journal of Physical Chemistry C - 116, 23120-23129
https://exaly.com/article/53509008
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160

161

162

163

164

165

166

167

168

https://exaly.com/author/1429133

Catalysis by a Zinc-Porphyrin-Based Metal-Organic Framework: From Theory to
Computational Design

Journal of Physical Chemistry C - 116, 23494-23502

https://exaly.com/article/53576939

Enhanced Energy Storage and Suppressed Dielectric Loss in Oxide
Core-Shell-Polyolefin Nanocomposites by Moderating Internal Surface Area and
Increasing Shell Thickness

Advanced Materials - 24, 5946-5953
https://exaly.com/article/53676528

Experimental and theoretical studies of plasmon-molecule interactions

Reports on Progress in Physics - 75, 096402
https://exaly.com/article/53731745

Defects in DNA: Lessons from Molecular Motor Design

Journal of Physical Chemistry Letters - 3, 689-693
https://exaly.com/article/53890679

Bithiopheneimide-Dithienosilole/Dithienogermole Copolymers for Efficient Solar

Cells: Information from Structure-Property-Device Performance Correlations and

Comparison to Thieno[3,4-c]pyrrole-4,6-dione Analogues

Journal of the American Chemical Society - 134, 18427-18439
https://exaly.com/article/53902763

Yield of exciton dissociation in a donor-acceptor photovoltaic junction

Physical Chemistry Chemical Physics - 14, 14270
https://exaly.com/article/54010989

Signatures of Cooperative Effects and Transport Mechanisms in Conductance
Histograms

Nano Letters - 12, 2243-2248

https://exaly.com/article/54318370

Modeling geminate pair dissociation in organic solar cells: high power conversion
efficiencies achieved with moderate optical bandgaps

Energy and Environmental Science - 5, 8343
https://exaly.com/article/54348768

Compensation of Coulomb Blocking and Energy Transfer in the Current Voltage
Characteristic of Molecular Conduction Junctions

Nano Letters - 12, 2228-2232
https://exaly.com/article/54349482
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169  Laser alignment as a route to ultrafast control of electron transport through 12
junctions citations
Physical Review A - 86,
https://exaly.com/article/54351233

170 Computational Modeling of Plasmon-Enhanced Light Absorption in a 57
Multicomponent Dye Sensitized Solar Cell citations
Journal of Physical Chemistry C - 116, 10215-10221
https://exaly.com/article/54379847

2011

171 Polymeric Electrolytes and Polyelectrolytes: Salt Concentration and Domain Effects 0
on Conductivity citations

Materials Research Society Symposia Proceedings - 135,
https://exaly.com/article/20110386

172 Frequency-Dependent Second Harmonic Generation in Acentric Chromophoric 0
Self-Assembled NLO Materials citations

Materials Research Society Symposia Proceedings - 351,
https://exaly.com/article/25474920

173 The Mechanism and Modeling of Conductivity in Polymer Electrolytes 0

Materials Research Society Symposia Proceedings - 369, citations
https://exaly.com/article/25476305

174 Microscopic theory of electromagnetic energy transport in nanostructured media 0

Materials Research Society Symposia Proceedings - 797, citations
https://exaly.com/article/35704246

175  Molecular Transport Junctions: An Introduction 13

MRS Bulletin - 29, 376-384 citations
https://exaly.com/article/36665075

176  Structural and Electrical Functionality of NiO Interfacial Films in Bulk 154
Heterojunction Organic Solar Cells citations

Chemistry of Materials - 23, 2218-2226
https://exaly.com/article/49871468

177 Coulombic Interactions and Crystal Packing Effects in the Folding of 9
Donor-Acceptor Oligorotaxanes citations

Journal of Physical Chemistry B - 115, 2477-2484
https://exaly.com/article/49983584
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2011 / continued

178 Molecular Conduction through Adlayers: Cooperative Effects Can Help or Hamper 40
Electron Transport citations

Nano Letters - 11, 4693-4696
https://exaly.com/article/49990168

179 Hot Injection Dynamics: Design Mechanisms and Ideas 4

Journal of Physical Chemistry A - 115, 5833-5837 citations
https://exaly.com/article/49992539

180 DNA-Based Optomechanical Molecular Motor 52

Journal of the American Chemical Society - 133, 3452-3459 citations
https://exaly.com/article/50012919

181  Understanding and Controlling Crosstalk between Parallel Molecular Wires 33

Journal of Physical Chemistry Letters - 2, 1667-1671 citations
https://exaly.com/article/50104697

182  Time-Dependent Theory of the Rate of Photo-induced Electron Transfer 46

Journal of Physical Chemistry C - 115, 18810-18821 citations
https://exaly.com/article/50109629

183 Tunneling Currents That Increase with Molecular Elongation 40

Journal of the American Chemical Society - 133, 15714-15720 citations
https://exaly.com/article/50157781

184  QOrganic solar cells: A new look at traditional models 397

Energy and Environmental Science - 4, 4410 citations
https://exaly.com/article/50282580

185 Mechanically Activated Molecular Switch through Single-Molecule Pulling 76

Journal of the American Chemical Society - 133, 2242-2249 citations
https://exaly.com/article/50405721

186  Novel Quantum Interference Effects in Transport through Molecular Radicals 72

Nano Letters - 11, 2759-2764 citations
https://exaly.com/article/50421430

187  When “small” terms matter: Coupled interference features in the transport 59
properties of cross-conjugated molecules citations

Beilstein Journal of Nanotechnology - 2, 862-871
https://exaly.com/article/50616316

188 Quantum effects in chemistry: seven sample situations 3

Procedia Chemistry - 3, 63-81 citations
https://exaly.com/article/51095373
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189 Application of quantum coherence and decoherence 3

Procedia Chemistry - 3, 322-331 citations
https://exaly.com/article/51095400

190  Rylene and Related Diimides for Organic Electronics 1,655

Advanced Materials - 23, 268-284 citations
https://exaly.com/article/51485925

191 Theoretical calculation of the photo-induced electron transfer rate between a gold 6
atom and a gold cation solvated in CCl4 citations

Journal of Photochemistry and Photobiology A: Chemistry - 221, 143-147
https://exaly.com/article/51600924

192 Probing the surface-to-bulk transition: A closed-form constant-scaling algorithm 19
for computing subsurface Green functions citations

Physical Review B - 83,
https://exaly.com/article/51725441

2010

193 Geometry and Electronic Coupling in Perylenediimide Stacks: Mapping 133
Structure—Charge Transport Relationships citations
Journal of the American Chemical Society - 132, 1738-1739
https://exaly.com/article/47800060

194 Accurate and General Solutions to Three-Dimensional Anisotropies: Applications to 1
EPR Spectra of Triplets Involving Dipole—Dipole, Spin—Orbit Interactions and citations
Liquid Crystals

Journal of Physical Chemistry C - 114, 13853-13860
https://exaly.com/article/47804974

195  Variable Temperature Mobility Analysis of n-Channel, p-Channel, and Ambipolar 87
Organic Field-Effect Transistors citations
Advanced Functional Materials - 20, 50-58
https://exaly.com/article/48117418

196  Efficiency Enhancement in Organic Photovoltaic Cells: Consequences of Optimizing 261
Series Resistance citations

Advanced Functional Materials - 20, 97-104
https://exaly.com/article/48117428

197 Phenacyl-Thiophene and Quinone Semiconductors Designed for Solution 65
Processability and Air-Stability in High Mobility n-Channel Field-Effect Transistors citations

Chemistry - A European Journal - 16, 1911-1928
https://exaly.com/article/48205075
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2010 / continued

198  Contact Electrification between Identical Materials 36

Angewandte Chemie - 122, 958-961 citations
https://exaly.com/article/48239407

199  Electron tunneling through sensitizer wires bound to proteins 23

Coordination Chemistry Reviews - 254, 248-253 citations
https://exaly.com/article/48354118

200 Lateral electron transport in monolayers of short chains at interfaces: A Monte 5
Carlo study citations
Chemical Physics - 375, 503-507
https://exaly.com/article/48356278

201 Exploring local currents in molecular junctions 423

Nature Chemistry - 2, 223-228 citations
https://exaly.com/article/48513269

202 Molecular modulation of Schottky barrier height in metal-molecule-silicon diodes: 15
Capacitance and simulation results citations

Journal of Applied Physics - 107,
https://exaly.com/article/48949734

203 Understanding Coherent Transport through 1-Stacked Systems upon Spatial 40
Dislocation citations

Journal of Physical Chemistry B - 114, 14735-14744
https://exaly.com/article/49311647

204 Controlling Electron Transfer in Donor—Bridge—Acceptor Molecules Using 148
Cross-Conjugated Bridges citations
Journal of the American Chemical Society - 132, 15427-15434
https://exaly.com/article/49325107

205  Maximizing Singlet Fission in Organic Dimers: Theoretical Investigation of Triplet 212
Yield in the Regime of Localized Excitation and Fast Coherent Electron Transfer citations

Journal of Physical Chemistry B - 114, 14168-14177
https://exaly.com/article/49363232

206 Melting in 2D Lennard-Jones Systems: What Type of Phase Transition? 21

Journal of Physical Chemistry C - 114, 20749-20755 citations
https://exaly.com/article/49364267

207 Local Pathways in Coherent Electron Transport through Iron Porphyrin Complexes: 20
A Challenge for First-Principles Transport Calculations citations
Journal of Physical Chemistry C - 114, 20813-20820
https://exaly.com/article/49398887

https://exaly.com/author/1429133 Version 2026-09-16 - 23 / 66


https://exaly.com/article/48239407
https://exaly.com/article/48239407
https://exaly.com/article/48354118
https://exaly.com/article/48354118
https://exaly.com/article/48356278
https://exaly.com/article/48356278
https://exaly.com/article/48356278
https://exaly.com/article/48513269
https://exaly.com/article/48513269
https://exaly.com/article/48949734
https://exaly.com/article/48949734
https://exaly.com/article/48949734
https://exaly.com/article/49311647
https://exaly.com/article/49311647
https://exaly.com/article/49311647
https://exaly.com/article/49325107
https://exaly.com/article/49325107
https://exaly.com/article/49325107
https://exaly.com/article/49363232
https://exaly.com/article/49363232
https://exaly.com/article/49363232
https://exaly.com/article/49364267
https://exaly.com/article/49364267
https://exaly.com/article/49398887
https://exaly.com/article/49398887
https://exaly.com/article/49398887
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2010 / continued

208

209

210

211

212

213

214

215

216

https://exaly.com/author/1429133

Predicting Accurate Electronic Excitation Transfer Rates via Marcus Theory with
Boys or Edmiston—Ruedenberg Localized Diabatizationt

Journal of Physical Chemistry A - 114, 8665-8675

https://exaly.com/article/49400226

Classical Electrodynamics Coupled to Quantum Mechanics for Calculation of
Molecular Optical Properties: a RT-TDDFT/FDTD Approach

Journal of Physical Chemistry C - 114, 14384-14392

https://exaly.com/article/49404713

Assembly of Nanorods into Designer Superstructures: The Role of Templating,
Capillary Forces, Adhesion, and Polymer Hydration

ACS Nano - 4, 259-266

https://exaly.com/article/49410458

Weibull Analysis of Dielectric Breakdown in a Self-Assembled Nanodielectric for
Organic Transistors

Journal of Physical Chemistry Letters - 1, 3292-3297

https://exaly.com/article/49416571

Time-Resolved EPR Spectra of Spin-Correlated Radical Pairs: Spectral and Kinetic
Modulation Resulting from Electron—Nuclear Hyperfine Interactions

Journal of Physical Chemistry A - 114, 162-171

https://exaly.com/article/49430194

In Situ Catalytic Encapsulation of Core-Shell Nanoparticles Having Variable Shell
Thickness: Dielectric and Energy Storage Properties of High-Permittivity Metal
Oxide Nanocomposites

Chemistry of Materials - 22, 5154-5164

https://exaly.com/article/49454927

Effect of Electrostatic Interactions and Dynamic Disorder on the Distance
Dependence of Charge Transfer in Donor—Bridge—Acceptor Systems

Journal of Physical Chemistry B - 114, 14564-14571
https://exaly.com/article/49463324

Nanoparticle, Size, Shape, and Interfacial Effects on Leakage Current Density,

Permittivity, and Breakdown Strength of Metal Oxide—Polyolefin Nanocomposites:

Experiment and Theory

Chemistry of Materials - 22, 1567-1578
https://exaly.com/article/49594388

Organic Radicals As Spin Filters

Journal of the American Chemical Society - 132, 3682-3684
https://exaly.com/article/49616151

Mark Ratner
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citations
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2010 / continued

217 The Chameleonic Nature of Electron Transport through 1-Stacked Systems 79

Journal of the American Chemical Society - 132, 7887-7889 citations
https://exaly.com/article/49690711

218 Chemical reaction facilitates nanoscale mixing 4

Soft Matter - 6, 4441 citations
https://exaly.com/article/49752668

219 Photoinduced electron transfer from rail to rung within a self-assembled oligomeric 17
porphyrin ladder citations
Chemical Communications - 46, 547-549
https://exaly.com/article/49772696

220 Polarizabilities of Adsorbed and Assembled Molecules: Measuring the Conductance 33
through Buried Contacts citations
ACS Nano - 4, 7630-7636
https://exaly.com/article/49775324

2009

221 Practical efficiency limits in organic photovoltaic cells: Functional dependence of fill 87
factor and external quantum efficiency citations
Applied Physics Letters - 95,
https://exaly.com/article/45439183

222 Molecular Transport Junctions with Semiconductor Electrodes: Analytical Forms for 21
One-Dimensional Self-Energies citations
Journal of Physical Chemistry A - 113, 4665-4676
https://exaly.com/article/45569934

223 Enhanced Intersystem Crossing in Three-Spin Systems: A Perturbation Theory 28
Treatment citations
Journal of the American Chemical Society - 131, 2268-2273
https://exaly.com/article/45646209

224 Chemical Fabrication of Heterometallic Nanogaps for Molecular Transport 95
Junctions citations

Nano Letters - 9, 3974-3979
https://exaly.com/article/45798580

225 Molecular Self-Assembled Monolayers and Multilayers for Organic and 523
Unconventional Inorganic Thin-Film Transistor Applications citations

Advanced Materials - 21, 1407-1433
https://exaly.com/article/46035664

https://exaly.com/author/1429133 Version 2026-09-16 - 25 / 66


https://exaly.com/article/49690711
https://exaly.com/article/49690711
https://exaly.com/article/49752668
https://exaly.com/article/49752668
https://exaly.com/article/49772696
https://exaly.com/article/49772696
https://exaly.com/article/49772696
https://exaly.com/article/49775324
https://exaly.com/article/49775324
https://exaly.com/article/49775324
https://exaly.com/article/45439183
https://exaly.com/article/45439183
https://exaly.com/article/45439183
https://exaly.com/article/45569934
https://exaly.com/article/45569934
https://exaly.com/article/45569934
https://exaly.com/article/45646209
https://exaly.com/article/45646209
https://exaly.com/article/45646209
https://exaly.com/article/45798580
https://exaly.com/article/45798580
https://exaly.com/article/45798580
https://exaly.com/article/46035664
https://exaly.com/article/46035664
https://exaly.com/article/46035664
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2009 / continued

226

227

228

229

230

231

232

233

234

https://exaly.com/author/1429133

Spectroscopic Tracking of Molecular Transport Junctions Generated by Using Click
Chemistry

Angewandte Chemie - 121, 5280-5283

https://exaly.com/article/46039888

Electron Transport through Conjugated Molecules: When the 1 System Only Tells
Part of the Story

ChemPhysChem - 10, 257-264

https://exaly.com/article/46068065

Titelbild: Spectroscopic Tracking of Molecular Transport Junctions Generated by
Using Click Chemistry (Angew. Chem. 28/2009)

Angewandte Chemie - 121, 5157-5157

https://exaly.com/article/46096591

Spectroscopic Tracking of Molecular Transport Junctions Generated by Using Click
Chemistry

Angewandte Chemie - International Edition - 48, 5178-5181

https://exaly.com/article/46097252

Charge Conduction and Breakdown Mechanisms in Self-Assembled Nanodielectrics

Journal of the American Chemical Society - 131, 7158-7168
https://exaly.com/article/46603559

Self-Assembly from the Gas-Phase: Design and Implementation of Small-Molecule
Chromophore Precursors with Large Nonlinear Optical Responses

Journal of the American Chemical Society - 131, 12595-12612

https://exaly.com/article/46609210

Ultrafast Intersystem Crossing and Spin Dynamics of Photoexcited
Perylene-3,4:9,10-bis(dicarboximide) Covalently Linked to a Nitroxide Radical at
Fixed Distances

Journal of the American Chemical Society - 131, 3700-3712

https://exaly.com/article/46618961

Structure-Performance Correlations in Vapor Phase Deposited Self-Assembled
Nanodielectrics for Organic Field-Effect Transistors

Journal of the American Chemical Society - 131, 11080-11090
https://exaly.com/article/46622157

Tunnel Currents across Silane Diamines/Dithiols and Alkane Diamines/Dithiols: A
Comparative Computational Study

Journal of Physical Chemistry C - 113, 744-750
https://exaly.com/article/46623637
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238
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240

241

242

243

https://exaly.com/author/1429133

Protein Binding and the Electronic Properties of Iron(II) Complexes: An
Electrochemical and Optical Investigation of Outer Sphere Effects

Bioconjugate Chemistry - 20, 1930-1939
https://exaly.com/article/46626727

Transport in State Space: Voltage-Dependent Conductance Calculations of
Benzene-1,4-dithiol

Nano Letters - 9, 1770-1774

https://exaly.com/article/46831385

Strong Conductance Variation in Conformationally Constrained Oligosilane Tunnel
Junctions

Journal of Physical Chemistry A - 113, 3876-3880
https://exaly.com/article/46831391

Carborane-Based Pincers: Synthesis and Structure of SeBSe and SBS Pd(II)
Complexes

Journal of the American Chemical Society - 131, 9482-9483
https://exaly.com/article/46861269

Effect of GC Base Pairs on Charge Transfer through DNA Hairpins: The Importance
of Electrostatic Interactions

Journal of the American Chemical Society - 131, 14204-14205
https://exaly.com/article/46862833

Coarse-Grained Molecular Dynamics Study of Cyclic Peptide Nanotube Insertion
into a Lipid Bilayer

Journal of Physical Chemistry A - 113, 4780-4787

https://exaly.com/article/46867836

Interfering pathways in benzene: An analytical treatment

Journal of Chemical Physics - 131,
https://exaly.com/article/46887199

Highly Conductive Bilayer Transparent Conducting Oxide Thin Films for Large-Area
Organic Photovoltaic Cells

Chemistry of Materials - 21, 5258-5263
https://exaly.com/article/46896499

Chiral electron transport: Scattering through helical potentials

Journal of Chemical Physics - 131,
https://exaly.com/article/46904139
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244 Raman Scattering from Nonequilibrium Molecular Conduction Junctions 38

Nano Letters - 9, 758-762 citations
https://exaly.com/article/46930226

245 Nonequilibrium steady state transport via the reduced density matrix operator 58

Journal of Chemical Physics - 130, citations

https://exaly.com/article/47075435

2008

246 Quantum Interference in Acyclic Systems: Conductance of Cross-Conjugated 231
Molecules citations

Journal of the American Chemical Society - 130, 17301-17308
https://exaly.com/article/43871750

247 Inelastic transport in the Coulomb blockade regime within a nonequilibrium atomic 55
limit citations
Physical Review B - 78,
https://exaly.com/article/43872908

248  Synthesis, Characterization, and Transistor Response of Semiconducting Silole 314
Polymers with Substantial Hole Mobility and Air Stability. Experiment and Theory citations
Journal of the American Chemical Society - 130, 7670-7685
https://exaly.com/article/43916916

249 Charge Transfer in Donor-Bridge-Acceptor Systems: Static Disorder, Dynamic 113
Fluctuations, and Complex Kinetics citations
Journal of Physical Chemistry C - 112, 10988-11000
https://exaly.com/article/43917486

250  Inelastic effects in molecular junction transport: scattering and self-consistent 71
calculations for the Seebeck coefficient citations

Molecular Physics - 106, 397-404
https://exaly.com/article/43920740

251 Understanding quantum interference in coherent molecular conduction 255

Journal of Chemical Physics - 129, citations

https://exaly.com/article/43932881

252 Unexpectedly Similar Charge Transfer Rates through Benzo-Annulated 54
Bicyclo[2.2.2]octanes citations

Journal of the American Chemical Society - 130, 7659-7669
https://exaly.com/article/43956950
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Direct Observation of the Preference of Hole Transfer over Electron Transfer for
Radical Ion Pair Recombination in Donor—Bridge—Acceptor Molecules

Journal of the American Chemical Society - 130, 830-832

https://exaly.com/article/43962176

Vibrational Excitations in Weakly Coupled Single-Molecule Junctions: A
Computational Analysis

ACS Nano - 2, 1445-1451

https://exaly.com/article/43966281

Nuclear Coupling and Polarization in Molecular Transport Junctions: Beyond
Tunneling to Function

Science - 319, 1056-1060

https://exaly.com/article/44053753

Nonlinear Response Properties of Ultralarge Hyperpolarizability Twisted M-System
Donor—Acceptor Chromophores. Dramatic Environmental Effects on Response
Journal of Physical Chemistry B - 112, 44-50

https://exaly.com/article/44317303

When Things Are Not as They Seem: Quantum Interference Turns Molecular
Electron Transfer “Rules” Upside Down

Journal of the American Chemical Society - 130, 7788-7789

https://exaly.com/article/44317324

Cotunneling Model for Current-Induced Events in Molecular Wires

Nano Letters - 8, 3525-3531
https://exaly.com/article/44322613

Phase Diagram for Assembly of Biologically-Active Peptide Amphiphiles

Journal of Physical Chemistry B - 112, 441-447
https://exaly.com/article/44334161

Stochastic Modulation in Molecular Electronic Transport Junctions: Molecular
Dynamics Coupled with Charge Transport Calculations

Nano Letters - 8, 1120-1126

https://exaly.com/article/44336190

Geometric and Chelation Influences on the Electronic Structure and Optical
Properties of Tetra(carboxylic acid)phenyleneethynylene Dyes

Journal of Physical Chemistry A - 112, 4202-4208

https://exaly.com/article/44336568
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262  Quantum Interference: The Structural Dependence of Electron Transmission 60
through Model Systems and Cross-Conjugated Molecules citations
Journal of Physical Chemistry C - 112, 16991-16998
https://exaly.com/article/44341243

263 Vapor Phase Self-Assembly of Molecular Gate Dielectrics for Thin Film Transistors 58

Journal of the American Chemical Society - 130, 7528-7529 citations
https://exaly.com/article/44343858

264  Experimental and Theoretical Identification of Valence Energy Levels and Interface 22
Dipole Trends for a Family of (Oligo)Phenylene-ethynylenethiols Adsorbed on Gold citations
Journal of Physical Chemistry C - 112, 13215-13225
https://exaly.com/article/44344558

265 Intersystem Crossing Mediated by Photoinduced Intramolecular Charge Transfer: 311
Julolidine—Anthracene Molecules with Perpendicular 1 Systems citations
Journal of Physical Chemistry A - 112, 4194-4201
https://exaly.com/article/44369287

266 n-Channel Polymers by Design: Optimizing the Interplay of Solubilizing 307
Substituents, Crystal Packing, and Field-Effect Transistor Characteristics in citations
Polymeric Bithiophene-Imide Semiconductors
Journal of the American Chemical Society - 130, 9679-9694
https://exaly.com/article/44369706

267  Single Molecule Electronics: Increasing Dynamic Range and Switching Speed Using 139
Cross-Conjugated Species citations
Journal of the American Chemical Society - 130, 17309-17319
https://exaly.com/article/44369976

268 Challenges in Distinguishing Superexchange and Hopping Mechanisms of 35
Intramolecular Charge Transfer through Fluorene Oligomers citations
Journal of Physical Chemistry A - 112, 4410-4414
https://exaly.com/article/44369978

269 Effect of Structural Dynamics on Charge Transfer in DNA Hairpins 142

Journal of the American Chemical Society - 130, 5157-5166 citations
https://exaly.com/article/44516960

270  Stochastic surrogate Hamiltonian 41

Journal of Chemical Physics - 129, citations

https://exaly.com/article/44572065
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271  Heterophasic oscillations in nanoscale systems 4

Physical Review E - 78, citations

https://exaly.com/article/44819350

272 Grand challenges in basic energy sciences 84
Physics Today - 61, 28-33 citations
https://exaly.com/article/44920284

2007

273 Dynamics of charge transfer: Rate processes formulated with nonequilibrium 21
Green’s functions citations

Journal of Chemical Physics - 126, 161103
https://exaly.com/article/41485935

274 Kinetic lattice grand canonical Monte Carlo simulation for ion current calculations 7
in a model ion channel system citations

Journal of Chemical Physics - 127,
https://exaly.com/article/41486089

275  Size dependence of ferromagnetism in gold nanoparticles: Mean field results 47

Physical Review B - 76, citations

https://exaly.com/article/41540210

276  Fabrication and characterization of metal-molecule-silicon devices 41

Applied Physics Letters - 91, citations
https://exaly.com/article/41543824

277 Decoherence Control by Tracking a Hamiltonian Reference Molecule 45

Physical Review Letters - 98, citations

https://exaly.com/article/41582952

278  Inelastic effects in molecular junctions in the Coulomb and Kondo regimes: 76
Nonequilibrium equation-of-motion approach citations

Physical Review B - 76,
https://exaly.com/article/41588772

279  Heat conduction in molecular transport junctions 193

Physical Review B - 75, citations

https://exaly.com/article/41597652

280  Tracing electronic pathways in molecules by using inelastic tunneling spectroscopy 84

Proceedings of the National Academy of Sciences of the United States of America - 104, 14255-14259 citations
https://exaly.com/article/41623877
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281  Molecular transport junctions: vibrational effects 612
Journal of Physics Condensed Matter - 19, 103201 citations
https://exaly.com/article/41995851

282 Local Field Controlled Switching in a One-Dimensional Dipolar Array 23

Journal of Physical Chemistry C - 111, 3770-3777 citations
https://exaly.com/article/42126496

283 Charge Transport in Conjugated Aromatic Molecular Junctions: Molecular 88
Conjugation and Molecule—Electrode Coupling citations

Journal of Physical Chemistry C - 111, 14893-14902
https://exaly.com/article/42147720

284 Inelastic insights for molecular tunneling pathways: Bypassing the terminal groups 27

Physical Chemistry Chemical Physics - 9, 2421 citations
https://exaly.com/article/42240071

285  Chiral Separation: Mechanism Modeling in Two-Dimensional Systems 39

Journal of the American Chemical Society - 129, 3545-3555 citations
https://exaly.com/article/42291857

286  Controlling Electron Transfer Dynamics in Donor—Bridge—Acceptor Molecules by 25
Increasing Unpaired Spin Density on the Bridget citations
Journal of Physical Chemistry B - 111, 6728-6737
https://exaly.com/article/42301958

287  Incorporation of Inhomogeneous Ion Diffusion Coefficients into Kinetic Lattice 15
Grand Canonical Monte Carlo Simulations and Application to Ion Current citations
Calculations in a Simple Model Ion Channel
Journal of Physical Chemistry A - 111, 12506-12512
https://exaly.com/article/42306210

288  Scaling Laws for Charge Transfer in Multiply Bridged Donor/Acceptor Molecules in 18
a Dissipative Environment citations
Journal of the American Chemical Society - 129, 13066-13071
https://exaly.com/article/42334692

289 Switching in Molecular Transport Junctions: Polarization Response 80

Journal of the American Chemical Society - 129, 13313-13320 citations
https://exaly.com/article/42421718

290  Substrate effects on surface plasmons in single nanoholes 18

Chemical Physics Letters - 435, 123-126 citations
https://exaly.com/article/42659655
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Resonant inelastic tunneling in molecular junctions

Physical Review B - 73,
https://exaly.com/article/39537262

Single molecule electron transport junctions: Charging and geometric effects on

conductance

Journal of Chemical Physics - 125, 174718
https://exaly.com/article/39546611

Current-voltage characteristics through a single light-sensitive molecule

Physical Review B - 73,
https://exaly.com/article/39672223

Electron Donor—Bridge—Acceptor Molecules with Bridging Nitronyl Nitroxide
Radicals: Influence of a Third Spin on Charge- and Spin-Transfer Dynamics
Journal of the American Chemical Society - 128, 4356-4364

https://exaly.com/article/39742677

Spin Dynamics of Photogenerated Triradicals in Fixed Distance Electron
Donor—Chromophore—Acceptor—-TEMPO Molecules

Journal of Physical Chemistry A - 110, 7323-7333

https://exaly.com/article/39749914

Stress-Biased Rearrangements and Preyield Behavior in Glasses

Journal of Physical Chemistry B - 110, 14452-14457
https://exaly.com/article/39752756

Ion Current Calculations Based on Three Dimensional Poisson—Nernst—Planck
Theory for a Cyclic Peptide Nanotube

Journal of Physical Chemistry B - 110, 6999-7008

https://exaly.com/article/39753983

Steered Molecular Dynamics Studies of the Potential of Mean Force of a Na+or
K+Ion in a Cyclic Peptide Nanotube

Journal of Physical Chemistry B - 110, 26448-26460

https://exaly.com/article/39753984

Electron Transfer in Multiply Bridged Donor—Acceptor Molecules: Dephasing and

Quantum Coherence

Journal of Physical Chemistry B - 110, 20258-20262
https://exaly.com/article/39764973

Singlet Fission for Dye-Sensitized Solar Cells: Can a Suitable Sensitizer Be Found?

Journal of the American Chemical Society - 128, 16546-16553
https://exaly.com/article/39767252
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Molecular Transport Junctions: Propensity Rules for Inelastic Electron Tunneling
Spectra

Nano Letters - 6, 1784-1788

https://exaly.com/article/39769413

High-Capacitance Organic Nanodielectrics: Effective Medium Models of Their
Response

Journal of Physical Chemistry B - 110, 22394-22399

https://exaly.com/article/39798686

Controlling the Energy Transfer in Dipole Chains

Journal of Physical Chemistry B - 110, 442-446
https://exaly.com/article/39805516

Quantum Chemical Analysis of Electronic Structure and n- and p-Type Charge
Transport in Perfluoroarene-Modified Oligothiophene Semiconductors

Journal of Physical Chemistry B - 110, 24361-24370

https://exaly.com/article/39819107

Time-Resolved EPR Studies of Photogenerated Radical Ion Pairs Separated
byp-Phenylene Oligomers and of Triplet States Resulting from Charge
Recombinationt

Journal of Physical Chemistry B - 110, 25163-25173

https://exaly.com/article/39829283

Efficient Solar Hydrogen via Novel Nanostructured Photoelectrolysis Cells

ECS Meeting Abstracts - MA2006-01, 845-845
https://exaly.com/article/40053629

Semiclassical Theory for Dissipative Tunneling Through a Molecular Wire

Annals of the New York Academy of Sciences - 960, 240-247
https://exaly.com/article/40369254

Effects of hydration on molecular junction transport

Nature Materials - 5, 901-908
https://exaly.com/article/40435178

Semiconductor/molecule transport junctions: An analytic form for the self-energies

Chemical Physics - 326, 197-203
https://exaly.com/article/40478732

Excited state enhancement of non-linear optical response in the push-pull imide
and diimide chromophores

Chemical Physics Letters - 417, 293-296

https://exaly.com/article/40485111
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311 Propensity rules for inelastic electron tunneling spectroscopy of single-molecule
transport junctions

Journal of Chemical Physics - 125, 214709
https://exaly.com/article/40991358

312 Effects of anharmonicity on nonadiabatic electron transfer: A model

Journal of Chemical Physics - 124, 044108
https://exaly.com/article/41124901

313 Molecular Transport Junctions: Current from Electronic Excitations in the Leads

Physical Review Letters - 96,
https://exaly.com/article/41171436

314 Inelastic tunneling effects on noise properties of molecular junctions
Physical Review B - 74,
https://exaly.com/article/41198527

2005

315  Absolute Rates of Hole Transfer in DNA

Journal of the American Chemical Society - 127, 14894-14903
https://exaly.com/article/38152120

316  Structural Behavior and Self-Assembly of Lennard-Jones Clusters on Rigid Surfaces

Journal of Physical Chemistry B - 109, 12935-12945
https://exaly.com/article/38152179

317 Intra-molecular electron transfer and electric conductance via sequential hopping:
Unified theoretical description

Radiation Physics and Chemistry - 74, 124-131
https://exaly.com/article/38443406

318  Electron transport in semiconducting carbon nanotubes with hetero-metallic
contacts

Nanotechnology - 16, 5-9
https://exaly.com/article/38837821

319 Binding at molecule/gold transport interfaces. V. Comparison of different metals
and molecular bridges

Journal of Chemical Physics - 123, 234704
https://exaly.com/article/38889491

320  Dephasing effects in molecular junction conduction: An analytical treatment

Physical Review B - 72,
https://exaly.com/article/38890611

Mark Ratner

55

citations

24

citations

51

citations

89

citations

326

citations

11

citations

51

citations

13

citations

16

citations

25

citations

https://exaly.com/author/1429133 Version 2026-09-16 - 35/ 66


https://exaly.com/article/40991358
https://exaly.com/article/40991358
https://exaly.com/article/40991358
https://exaly.com/article/41124901
https://exaly.com/article/41124901
https://exaly.com/article/41171436
https://exaly.com/article/41171436
https://exaly.com/article/41198527
https://exaly.com/article/41198527
https://exaly.com/article/38152120
https://exaly.com/article/38152120
https://exaly.com/article/38152179
https://exaly.com/article/38152179
https://exaly.com/article/38443406
https://exaly.com/article/38443406
https://exaly.com/article/38443406
https://exaly.com/article/38837821
https://exaly.com/article/38837821
https://exaly.com/article/38837821
https://exaly.com/article/38889491
https://exaly.com/article/38889491
https://exaly.com/article/38889491
https://exaly.com/article/38890611
https://exaly.com/article/38890611
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2005 / continued

321

322

323

324

325

326

327

328

329

https://exaly.com/author/1429133

Modeling the inelastic electron tunneling spectra of molecular wire junctions

Physical Review B - 72,
https://exaly.com/article/38893635

Self-assembly on multiple length scales: A Monte Carlo algorithm with data
augmentation

Journal of Chemical Physics - 122, 024102

https://exaly.com/article/38903221

A general formulation for magnetic exchange coupling within long-distance radical
ion pairs

Journal of Chemical Physics - 123, 064504

https://exaly.com/article/38916368

Wire-like charge transport at near constant bridge energy through fluorene
oligomers

Proceedings of the National Academy of Sciences of the United States of America - 102, 3540-3545
https://exaly.com/article/38956934

From The Cover: An agent-based approach for modeling molecular self-organization

Proceedings of the National Academy of Sciences of the United States of America - 102, 255-260
https://exaly.com/article/38966254

Molecular electronics: Some views on transport junctions and beyond

Proceedings of the National Academy of Sciences of the United States of America - 102, 8801-8808
https://exaly.com/article/39113201

Hysteresis, Switching, and Negative Differential Resistance in Molecular Junctions:
A Polaron Model

Nano Letters - 5, 125-130

https://exaly.com/article/39114008

Conformationally Gated Switching between Superexchange and Hopping within
Oligo-p-phenylene-Based Molecular Wires

Journal of the American Chemical Society - 127, 11842-11850

https://exaly.com/article/39279693

Simplified Charge Separation Energetics in a Two-Dimensional Model for
Polymer-Based Photovoltaic Cells

Journal of Physical Chemistry B - 109, 200-208

https://exaly.com/article/39288253

Mark Ratner

73

citations

11

citations

16

citations

155

citations

55

citations

441

citations

288

citations

167

citations

12

citations

Version 2026-09-16 - 36 / 66


https://exaly.com/article/38893635
https://exaly.com/article/38893635
https://exaly.com/article/38903221
https://exaly.com/article/38903221
https://exaly.com/article/38903221
https://exaly.com/article/38916368
https://exaly.com/article/38916368
https://exaly.com/article/38916368
https://exaly.com/article/38956934
https://exaly.com/article/38956934
https://exaly.com/article/38956934
https://exaly.com/article/38966254
https://exaly.com/article/38966254
https://exaly.com/article/39113201
https://exaly.com/article/39113201
https://exaly.com/article/39114008
https://exaly.com/article/39114008
https://exaly.com/article/39114008
https://exaly.com/article/39279693
https://exaly.com/article/39279693
https://exaly.com/article/39279693
https://exaly.com/article/39288253
https://exaly.com/article/39288253
https://exaly.com/article/39288253
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2005 / continued

330

331

332

333

334

335

336

337

https://exaly.com/author/1429133

Synthesis and Electrochemical Characterization of a Transition-Metal-Modified
Ligand—Receptor Pair

Journal of the American Chemical Society - 127, 11880-11881

https://exaly.com/article/39290871

Molecular Transport Junctions: Asymmetry in Inelastic Tunneling Processest

Journal of Physical Chemistry B - 109, 8519-8522
https://exaly.com/article/39294379

Electronic Structure and Band Gaps in Cationic Heterocyclic Oligomers.
Multidimensional Analysis of the Interplay of Heteroatoms, Substituents, Molecular
Length, and Charge on Redox and Transparency Characteristics

Journal of Physical Chemistry B - 109, 3126-3138

https://exaly.com/article/39295809

High Electron Mobility in Solution-Cast and Vapor-Deposited
Phenacyl-Quaterthiophene-Based Field-Effect Transistors: Toward N-Type
Polythiophenes

Journal of the American Chemical Society - 127, 13476-13477
https://exaly.com/article/39305687

Electron Spin Dynamics as a Probe of Molecular Dynamics:
Temperature-Dependent Magnetic Field Effects on Charge Recombination within a
Covalent Radical Ion Pair

Journal of the American Chemical Society - 127, 6052-6061

https://exaly.com/article/39425542

Interface Geometry and Molecular Junction Conductance: Geometric Fluctuation
and Stochastic Switching

Nano Letters - 5, 1668-1675

https://exaly.com/article/39454965

Hopping Transport in Conductive Heterocyclic Oligomers: Reorganization Energies
and Substituent Effects

Journal of the American Chemical Society - 127, 2339-2350

https://exaly.com/article/39455733

Intermolecular Charge Transfer between Heterocyclic Oligomers. Effects of
Heteroatom and Molecular Packing on Hopping Transport in Organic
Semiconductors

Journal of the American Chemical Society - 127, 16866-16881
https://exaly.com/article/39483233

Mark Ratner

15

citations

36

citations

80

citations

148

citations

35

citations

226

citations

680

citations

384

citations

Version 2026-09-16 - 37 / 66


https://exaly.com/article/39290871
https://exaly.com/article/39290871
https://exaly.com/article/39290871
https://exaly.com/article/39294379
https://exaly.com/article/39294379
https://exaly.com/article/39295809
https://exaly.com/article/39295809
https://exaly.com/article/39295809
https://exaly.com/article/39295809
https://exaly.com/article/39305687
https://exaly.com/article/39305687
https://exaly.com/article/39305687
https://exaly.com/article/39305687
https://exaly.com/article/39425542
https://exaly.com/article/39425542
https://exaly.com/article/39425542
https://exaly.com/article/39425542
https://exaly.com/article/39454965
https://exaly.com/article/39454965
https://exaly.com/article/39454965
https://exaly.com/article/39455733
https://exaly.com/article/39455733
https://exaly.com/article/39455733
https://exaly.com/article/39483233
https://exaly.com/article/39483233
https://exaly.com/article/39483233
https://exaly.com/article/39483233
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2005 / continued

338 Redox Equilibria in Hydroxylamine Oxidoreductase. Electrostatic Control of
Electron Redistribution in Multielectron Oxidative Processes

Biochemistry - 44, 1856-1863
https://exaly.com/article/39502945

2004

339 Scaling analysis of electron transport through metal-semiconducting carbon
nanotube interfaces: Evolution from the molecular limit to the bulk limit

Physical Review B - 70,
https://exaly.com/article/36445301

340 Nanomechanical modulation of single-electron tunneling through
molecular-assembled metallic nanoparticles

Physical Review B - 70,
https://exaly.com/article/36448755

341 How Narrow Can a Meniscus Be?

Physical Review Letters - 92,
https://exaly.com/article/36457483

342 End group effect on electrical transport through individual molecules: A
microscopic study
Physical Review B - 69,
https://exaly.com/article/36459575

343 Local field effects in current transport through molecular electronic
devices: Current density profiles and local nonequilibrium electron distributions
Physical Review B - 70,
https://exaly.com/article/36487054

344 Scaling analysis of Schottky barriers at metal-embedded semiconducting carbon
nanotube interfaces
Physical Review B - 69,
https://exaly.com/article/36493089

345  Application of evolutionary algorithm methods to polypeptide folding: Comparison
with experimental results for unsolvated Ac-(Ala-Gly-Gly)s-LysH+

Proceedings of the National Academy of Sciences of the United States of America - 101, 7215-7222
https://exaly.com/article/36582763

Mark Ratner

32

citations

35

citations

5

citations

86

citations

116

citations

24

citations

25

citations

19

citations

https://exaly.com/author/1429133 Version 2026-09-16 - 38 / 66


https://exaly.com/article/39502945
https://exaly.com/article/39502945
https://exaly.com/article/39502945
https://exaly.com/article/36445301
https://exaly.com/article/36445301
https://exaly.com/article/36445301
https://exaly.com/article/36448755
https://exaly.com/article/36448755
https://exaly.com/article/36448755
https://exaly.com/article/36457483
https://exaly.com/article/36457483
https://exaly.com/article/36459575
https://exaly.com/article/36459575
https://exaly.com/article/36459575
https://exaly.com/article/36487054
https://exaly.com/article/36487054
https://exaly.com/article/36487054
https://exaly.com/article/36493089
https://exaly.com/article/36493089
https://exaly.com/article/36493089
https://exaly.com/article/36582763
https://exaly.com/article/36582763
https://exaly.com/article/36582763
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2004 / continued

346

347

348

349

350

351

352

353

354

https://exaly.com/author/1429133

Building Blocks for N-Type Molecular and Polymeric Electronics. Perfluoroalkyl-
versus Alkyl-Functionalized Oligothiophenes (nTs;n= 2-6). Systematic Synthesis,
Spectroscopy, Electrochemistry, and Solid-State Organization

Journal of the American Chemical Society - 126, 13480-13501

https://exaly.com/article/36953263

Bioactive Protein Nanoarrays on Nickel Oxide Surfaces Formed by Dip-Pen
Nanolithography

Angewandte Chemie - 116, 1266-1269

https://exaly.com/article/37102685

Control mechanisms for transport and nonlinear optical response in organic
materials: a tale of twists and barriers

Inorganica Chimica Acta - 357, 3980-3990

https://exaly.com/article/37163783

Current-voltage curves for molecular junctions: the effect of Cl substituents and
basis set composition

Chemical Physics Letters - 388, 427-429

https://exaly.com/article/37229238

Current-voltage curves for molecular junctions: pyrene vs diphenylacetylene

Chemical Physics Letters - 390, 246-249
https://exaly.com/article/37229390

Molecular zippers - designing a supramolecular system

Chemical Physics Letters - 392, 291-296
https://exaly.com/article/37229536

Screened multipole electrostatic interactions at the Debye-Hiickel level

Chemical Physics Letters - 400, 221-225
https://exaly.com/article/37230277

Electrostatically-Directed Self-Assembly of Cylindrical Peptide Amphiphile
Nanostructures

Journal of Physical Chemistry B - 108, 8817-8822
https://exaly.com/article/37310075

Self-Assembled Electrooptic Superlattices. A Theoretical Study of Multilayer
Formation and Response Using Donor—Acceptor, Hydrogen-Bond Building Blocks
Chemistry of Materials - 16, 1848-1854

https://exaly.com/article/37317186

Mark Ratner

349

citations

17

citations

6

citations

27

citations

15

citations

12

citations

8

citations

55

citations

43

citations

Version 2026-09-16 - 39/ 66


https://exaly.com/article/36953263
https://exaly.com/article/36953263
https://exaly.com/article/36953263
https://exaly.com/article/36953263
https://exaly.com/article/37102685
https://exaly.com/article/37102685
https://exaly.com/article/37102685
https://exaly.com/article/37163783
https://exaly.com/article/37163783
https://exaly.com/article/37163783
https://exaly.com/article/37229238
https://exaly.com/article/37229238
https://exaly.com/article/37229238
https://exaly.com/article/37229390
https://exaly.com/article/37229390
https://exaly.com/article/37229536
https://exaly.com/article/37229536
https://exaly.com/article/37230277
https://exaly.com/article/37230277
https://exaly.com/article/37310075
https://exaly.com/article/37310075
https://exaly.com/article/37310075
https://exaly.com/article/37317186
https://exaly.com/article/37317186
https://exaly.com/article/37317186
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2004 / continued

355

356

357

358

359

360

361

362

363

https://exaly.com/author/1429133

On the Structure and Stability of Self-Assembled Zwitterionic Peptide Amphiphiles:

A Theoretical Study

Nano Letters - 4, 427-431
https://exaly.com/article/37317835

Two-Dimensional Model for Polymer-Based Photovoltaic Cells: Numerical
Simulations of Morphology Effects

Journal of Physical Chemistry B - 108, 4296-4307

https://exaly.com/article/37323003

Solvent Control of Spin-Dependent Charge Recombination Mechanisms within
Donor-Conjugated Bridge—Acceptor Molecules

Journal of the American Chemical Society - 126, 9510-9511

https://exaly.com/article/37324290

Arene Hapticity in (C6H6)Cr(CO)n(n= 1-5) Complexes: A DFT Study of Singlet and
Triplet Energy Surfaces

Organometallics - 23, 2315-2325

https://exaly.com/article/37332394

Dynamic Nature of the Intramolecular Electronic Coupling Mediated by a Solvent
Molecule: A Computational Study

Journal of the American Chemical Society - 126, 2215-2224

https://exaly.com/article/37333146

Building Blocks for n-Type Molecular and Polymeric Electronics. Perfluoroalkyl-
versus Alkyl-Functionalized Oligothiophenes (nT;n= 2-6). Systematics of Thin Film
Microstructure, Semiconductor Performance, and Modeling of Majority Charge
Injection in Field-Effect Transistors

Journal of the American Chemical Society - 126, 13859-13874

https://exaly.com/article/37334633

All-Atom Numerical Studies of Self-Assembly of Zwitterionic Peptide Amphiphiles

Journal of Physical Chemistry B - 108, 15278-15284
https://exaly.com/article/37336959

A Quasimolecular Approach to the Conductance of Molecule—Metal Junctions:
Theory and Application to Voltage-Induced Conductance Switching

Journal of Physical Chemistry B - 108, 18414-18420

https://exaly.com/article/37400283

Making a Molecular Wire: Charge and Spin Transport throughpara-Phenylene
Oligomers

Journal of the American Chemical Society - 126, 5577-5584

https://exaly.com/article/37403114

Mark Ratner

42

citations

36

citations

76

citations

24

citations

58

citations

296

citations

42

citations

25

citations

354

citations

Version 2026-09-16 - 40 / 66


https://exaly.com/article/37317835
https://exaly.com/article/37317835
https://exaly.com/article/37317835
https://exaly.com/article/37323003
https://exaly.com/article/37323003
https://exaly.com/article/37323003
https://exaly.com/article/37324290
https://exaly.com/article/37324290
https://exaly.com/article/37324290
https://exaly.com/article/37332394
https://exaly.com/article/37332394
https://exaly.com/article/37332394
https://exaly.com/article/37333146
https://exaly.com/article/37333146
https://exaly.com/article/37333146
https://exaly.com/article/37334633
https://exaly.com/article/37334633
https://exaly.com/article/37334633
https://exaly.com/article/37334633
https://exaly.com/article/37334633
https://exaly.com/article/37336959
https://exaly.com/article/37336959
https://exaly.com/article/37400283
https://exaly.com/article/37400283
https://exaly.com/article/37400283
https://exaly.com/article/37403114
https://exaly.com/article/37403114
https://exaly.com/article/37403114
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2004 / continued

364  Conical Intersections: Relaxation, Dephasing, and Dynamics in a Simple Model

Israel Journal of Chemistry - 44, 53-64
https://exaly.com/article/37415494

365  Influence of Energetics and Electronic Coupling on Through-Bond and
Through-Space Electron Transfer within U-Shaped Donor-Bridge-Acceptor Arrayst

Journal of Physical Chemistry B - 108, 10309-10316
https://exaly.com/article/37423369

366  The Mechanism of Aluminum-Catalyzed Meerwein—Schmidt-Ponndorf-Verley
Reduction of Carbonyls to Alcohols

Journal of the American Chemical Society - 126, 14796-14803
https://exaly.com/article/37436474

367 Conformational Molecular Rectifiers

Nano Letters - 4, 591-595
https://exaly.com/article/37439118

368 On the Line Widths of Vibrational Features in Inelastic Electron Tunneling
Spectroscopy

Nano Letters - 4, 1605-1611
https://exaly.com/article/37442922

2003

369  Application of a Non-equilibrium Green's function method to electrical transport
through single molecular-assembled metallic nanoparticles

Materials Research Society Symposia Proceedings - 735,
https://exaly.com/article/33909741

370 Microscopic study of electrical transport through single molecules with metallic
contacts: Organic molecules and finite carbon nanotube

Materials Research Society Symposia Proceedings - 761,
https://exaly.com/article/33910995

371 Understanding and control of random lasing

Physica B: Condensed Matter - 338, 212-214
https://exaly.com/article/35098587

372 Twisted T-system electro-optic chromophores. A CIS vs. MRD-CI theoretical
investigation
Computational and Theoretical Chemistry - 633, 227-235
https://exaly.com/article/35149370

Mark Ratner

6

citations

47

citations

147

citations

116

citations

101

citations

0

citations

0

citations

17

citations

41

citations

https://exaly.com/author/1429133 Version 2026-09-16 - 41 / 66


https://exaly.com/article/37415494
https://exaly.com/article/37415494
https://exaly.com/article/37423369
https://exaly.com/article/37423369
https://exaly.com/article/37423369
https://exaly.com/article/37436474
https://exaly.com/article/37436474
https://exaly.com/article/37436474
https://exaly.com/article/37439118
https://exaly.com/article/37439118
https://exaly.com/article/37442922
https://exaly.com/article/37442922
https://exaly.com/article/37442922
https://exaly.com/article/33909741
https://exaly.com/article/33909741
https://exaly.com/article/33909741
https://exaly.com/article/33910995
https://exaly.com/article/33910995
https://exaly.com/article/33910995
https://exaly.com/article/35098587
https://exaly.com/article/35098587
https://exaly.com/article/35149370
https://exaly.com/article/35149370
https://exaly.com/article/35149370
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

2003 / continued

373

374

375

376

377

378

379

380

381

382

https://exaly.com/author/1429133

Charge injection into disordered molecular films

Journal of Polymer Science, Part B: Polymer Physics - 41, 2601-2621
https://exaly.com/article/35255320

Capillary Force on a Nanoscale Tip in Dip-Pen Nanolithography

Physical Review Letters - 90,
https://exaly.com/article/35347943

Molecular Wire Junctions: Tuning the Conductance

Journal of Physical Chemistry B - 107, 91-95
https://exaly.com/article/35349985

Microscopic study of electrical transport through individual molecules with
metallic contacts. I. Band lineup, voltage drop, and high-field transport

Physical Review B - 68,
https://exaly.com/article/35352746

Hydrophobically-Driven Self-Assembly: A Geometric Packing Analysis

Nano Letters - 3, 623-626
https://exaly.com/article/35353457

Single-Walled Carbon Nanotubes and C60Encapsulated by a Molecular Macrocycle

Journal of Physical Chemistry B - 107, 4705-4710
https://exaly.com/article/35402861

Solvent Reorganization Energy of Charge Transfer in DNA Hairpins

Journal of Physical Chemistry B - 107, 14509-14520
https://exaly.com/article/35412255

Charge Hopping in Molecular Wires as a Sequence of Electron-Transfer Reactions

Journal of Physical Chemistry A - 107, 3970-3980
https://exaly.com/article/35426883

Direct Measurement of Singlet—Triplet Splitting within Rodlike Photogenerated
Radical Ion Pairs Using Magnetic Field Effects: Estimation of the Electronic
Coupling for Charge Recombination

Journal of Physical Chemistry A - 107, 3639-3647

https://exaly.com/article/35431890
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Liquid meniscus condensation in dip-pen nanolithography

Journal of Chemical Physics - 116, 3875-3886
https://exaly.com/article/34112410

Intramolecular Charge Transport along Isolated Chains of Conjugated Polymers:
Effect of Torsional Disorder and Polymerization Defects

Journal of Physical Chemistry B - 106, 7791-7795
https://exaly.com/article/34237255

Correlating Electron Transport and Molecular Structure in Organic Thin Films

Angewandte Chemie - 114, 394-394
https://exaly.com/article/34489324

Hole Mobility in DNA: Effects of Static and Dynamic Structural Fluctuations

ChemPhysChem - 3, 536
https://exaly.com/article/34499117

Introducing molecular electronics

Materials Today - 5, 20-27
https://exaly.com/article/34605504

Elementary steps for charge transport in DNA: thermal activation vs. tunneling
Chemical Physics - 275, 61-74
https://exaly.com/article/34686835

Dependence of electron transfer dynamics in wire-like bridge molecules on
donor-bridge energetics and electronic interactions

Chemical Physics - 281, 333-346

https://exaly.com/article/34686910
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Molecular rectification: why is it so rare?

Chemical Physics - 281, 147-150
https://exaly.com/article/34686930

Electronic states of Cu(111)/CeHe. A dielectric continuum approach and a
heterogeneous solvation model

Chemical Physics - 278, 53-68
https://exaly.com/article/34750252

First-principles based matrix Green's function approach to molecular electronic
devices: general formalism

Chemical Physics - 281, 151-170
https://exaly.com/article/34750265

Fluctuations in liquids and glasses

Physica A: Statistical Mechanics and Its Applications - 314, 526-529
https://exaly.com/article/34751778

Description of metals based on localized electrons

Chemical Physics Letters - 363, 219-225
https://exaly.com/article/34786118

Random Laser in One Dimension

Physical Review Letters - 88,
https://exaly.com/article/34791568

Modeling the Electrostatic Potential Spatial Profile of Molecular Junctions

Annals of the New York Academy of Sciences - 960, 163-176
https://exaly.com/article/40369249

Charge Hopping in DNA
Journal of the American Chemical Society - 123, 260-268
https://exaly.com/article/32309608

Conformational Gating of Long Distance Electron Transfer through Wire-like
Bridges in Donor—Bridge—Acceptor Molecules

Journal of the American Chemical Society - 123, 7877-7886

https://exaly.com/article/32328839

Molecular Dynamics Simulations of the Rehydration of Folded and Unfolded
Cytochrome c Ions in the Vapor Phase

Journal of the American Chemical Society - 123, 6503-6507

https://exaly.com/article/32558304
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Adsorption of Polar Molecules on a Molecular Surface

Journal of Physical Chemistry B - 105, 2881-2884
https://exaly.com/article/32562176

Conformationally Tuned Large Two-Photon Absorption Cross Sections in Simple
Molecular Chromophores

Journal of the American Chemical Society - 123, 7287-7291
https://exaly.com/article/32565464

The Influence of Inert Oxide Fillers on Poly(ethylene oxide) and Amorphous
Poly(ethylene oxide) Based Polymer Electrolytes

Journal of Physical Chemistry B - 105, 9016-9021
https://exaly.com/article/32576083

Semiclassical Theory for Tunneling of Electrons Interacting with Mediat

Journal of Physical Chemistry A - 105, 2652-2659
https://exaly.com/article/32576522

Conformationally Gated Rate Processes in Biological Macromolecules

Journal of Physical Chemistry A - 105, 5666-5678
https://exaly.com/article/32587269

Ionic conductivity in the poly(ethylene malonate)/lithium triflate system

Solid State lonics - 138, 273-276
https://exaly.com/article/32921167

6-31G* basis set for third-row atoms

Journal of Computational Chemistry - 22, 976-984
https://exaly.com/article/33066177

Correlating Electron Transport and Molecular Structure in Organic Thin Films

Angewandte Chemie - 113, 2378-2382
https://exaly.com/article/33082103

Correlating Electron Transport and Molecular Structure in Organic Thin Films

Angewandte Chemie - International Edition - 40, 2316-2320
https://exaly.com/article/33083901

Current-voltage characteristics of tunneling molecular junctions for off-resonance

injection
Chemical Physics - 264, 365-370
https://exaly.com/article/33175695
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423 Energy gap dependence of vibrational dephasing rates in a bath: a semigroup 8
description citations
Chemical Physics - 268, 55-64
https://exaly.com/article/33175716

424 Self-assembly of ink molecules in dip-pen nanolithography: A diffusion model 125
Journal of Chemical Physics - 115, 2721-2729 citations
https://exaly.com/article/33520994

425 Semiempirical models for image electrostatics. I. Bare external charge 10

Journal of Chemical Physics + 114, 2062-2066 citations
https://exaly.com/article/33543873

2000

426 DNA as a molecular wire 94

Superlattices and Microstructures - 28, 241-252 citations

https://exaly.com/article/31283853

427 Computational studies of lithium affinities for zeolitic fragments 1

Chemical Physics Letters - 321, 463-468 citations
https://exaly.com/article/31309115

428  Reply to “Comment on ‘Correlation holes in a spin-polarized dense electron gas’” 9

Physical Review B - 62, 2232-2235 citations
https://exaly.com/article/31895367

429  Molecular wire conductance: Electrostatic potential spatial profile 178

Journal of Chemical Physics - 112, 6834-6839 citations
https://exaly.com/article/32107957

430 Electron Transfer Rates in Bridged Molecular Systems 2. A Steady-State Analysis of 284
Coherent Tunneling and Thermal Transitionst citations

Journal of Physical Chemistry B - 104, 3817-3829
https://exaly.com/article/32108020

431  Electron correlation in chemical bonds 28

Journal of Chemical Physics - 112, 4014-4019 citations
https://exaly.com/article/32138959

432 Polymer Electrolytes: Ionic Transport Mechanisms and Relaxation Coupling 255

MRS Bulletin - 25, 31-37 citations
https://exaly.com/article/32158508
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Exciton Migration and Cathode Quenching in Organic Light Emitting Diodest 87

Journal of Physical Chemistry A - 104, 4704-4710 citations

https://exaly.com/article/32194583

On the Long-Range Charge Transfer in DNA 144

Journal of Physical Chemistry A - 104, 443-445 citations

https://exaly.com/article/32196995

Ionic Conductivity of New Ambient Temperature Alkali Metal Glasses 4

AlCl3/NaN(CN)2 citations

Chemistry of Materials - 12, 1634-1637

https://exaly.com/article/32197664

Activated Conduction in Microscopic Molecular Junctions 82

Journal of Physical Chemistry B - 104, 2790-2793 citations

https://exaly.com/article/32206841

Optical Limiting Chromophores. Correlation Effects in Computing Triplet—Triplet 13

Absorption Energies of Organic Molecules citations

Journal of Physical Chemistry A - 104, 837-844

https://exaly.com/article/32227600

Testing the Condon Approximation for Electron Transfer via the Mulliken—-Hush 45

Model citations

Journal of Physical Chemistry A - 104, 8566-8569

https://exaly.com/article/32233051

Injection Time in the Metaloxide—Molecule Interface Calculated within the 43

Tight—Bil’lding Model citations

Journal of Physical Chemistry B - 104, 8498-8502

https://exaly.com/article/32233174

One Water Molecule Stiffens a Protein 39

Journal of the American Chemical Society - 122, 2950-2951 citations

https://exaly.com/article/32233321

Tunneling Time for Electron Transfer Reactions 75

Journal of Physical Chemistry B - 104, 5661-5665 citations

https://exaly.com/article/32234077

Correlation holes in a spin-polarized dense electron gas 18
citations

Physical Review B - 59, 15625-15631
https://exaly.com/article/30213868
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Title unavailable

Tribology Letters - 7, 109-111
https://exaly.com/article/30469872

Frequency-Dependent Molecular Polarizability and Refractive Index: Are
Substituent Contributions Additive?

Journal of Physical Chemistry A - 103, 1818-1821
https://exaly.com/article/30651781

Conductance of Molecular Wires: Influence of Molecule-Electrode Binding

Journal of the American Chemical Society - 121, 3428-3434
https://exaly.com/article/30652694

Conformations of GlynH+ and AlanH+ Peptides in the Gas Phase

Biophysical Journal - 76, 1591-1597
https://exaly.com/article/30851299

Computational Studies of Polyelectrolytes Containing Zeolitic Fragments

Journal of Physical Chemistry B - 103, 6445-6449
https://exaly.com/article/30863247

Molecular Dynamics Simulations of the Charge-Induced Unfolding and Refolding of
Unsolvated Cytochrome c

Journal of Physical Chemistry B - 103, 10017-10021
https://exaly.com/article/30863913

Molecular Dipole Chains II

Journal of Physical Chemistry B - 103, 8663-8670
https://exaly.com/article/30867461

Photoexcited Electron Transfer: Short-Time Dynamics and Turnover Control by
Dephasing, Relaxation, and Mixing

Journal of the American Chemical Society - 121, 3386-3395
https://exaly.com/article/30885140

Thermal Unfolding of Unsolvated Cytochrome c: Experiment and Molecular
Dynamics Simulations

Journal of the American Chemical Society - 121, 2712-2721
https://exaly.com/article/30897877

Refractive Indices of Molecules in Vapor and Liquid: Calculations on Benzene

Journal of Physical Chemistry A - 103, 8447-8457
https://exaly.com/article/30902488
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Molecular-wire behaviour in p -phenylenevinylene oligomers

Nature - 396, 60-63
https://exaly.com/article/28895345

Molecular Wires: Charge Transport, Mechanisms, and Control

Annals of the New York Academy of Sciences - 852, 22-37
https://exaly.com/article/28920039

From Molecules to Materials: Current Trends and Future Directions

Advanced Materials - 10, 1297-1336
https://exaly.com/article/29013704

Large Molecular Hyperpolarizabilities in “Push—Pull” Porphyrins. Molecular
Planarity and Auxiliary Donor—Acceptor Effects

Chemistry of Materials - 10, 753-762
https://exaly.com/article/29292041

6-31G* basis set for atoms K through Zn

Journal of Chemical Physics - 109, 1223-1229
https://exaly.com/article/29292229

A Conformational Study of the Influence of Vibrations on Conduction in Molecular
Wires

Journal of Physical Chemistry B - 102, 941-947

https://exaly.com/article/29362698

Semigroup Representations, Site Couplings, and Relaxation in Quantum Systems

Journal of Physical Chemistry A - 102, 9360-9366
https://exaly.com/article/29362764

Design of Helices That Are Stable in Vacuo

Journal of the American Chemical Society - 120, 12974-12975
https://exaly.com/article/29367349

Cryogenic Electron Tunneling within Mixed-Metal Hemoglobin Hybrids: Protein
Glassing and Electron-Transfer Energetics

Journal of the American Chemical Society - 120, 11401-11407

https://exaly.com/article/29390535

Remarkable NLO Response and Infrared Absorption in Simple Twisted Molecular
M-Chromophores

Journal of the American Chemical Society - 120, 11174-11181

https://exaly.com/article/29392593
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463 Molecular Dipole Chains: Excitations and Dissipation 25
Journal of Physical Chemistry B - 102, 3876-3885 citations
https://exaly.com/article/29393032

464 Vibrational Predissociation Rates and Final State Distributions for He—-ICIl and 9
He-12Using a Computationally Simple Method citations
Journal of Physical Chemistry A - 102, 9345-9352
https://exaly.com/article/29393888

465  Aspects of Intervalence Charge Transfer in Cyanide-Bridged Systems: Modulated 40
Electric Field Assessment of Distances, Polarizability Changes, and Anticipated First citations
Hyperpolarizability Characteristics
Journal of Physical Chemistry A - 102, 8320-8324
https://exaly.com/article/29398904

466  Molecule-interface coupling effects on electronic transport in molecular wires 143

Journal of Chemical Physics - 109, 5036-5043 citations
https://exaly.com/article/29470897

467  Glass formation and local disorder: Amorphization in planar clusters 5

Journal of Chemical Physics - 109, 7901-7906 citations
https://exaly.com/article/29566558

468  Monte Carlo methods for short polypeptides 12

Journal of Chemical Physics - 109, 9177-9191 citations
https://exaly.com/article/29567354

469  Oligomers of Poly(Ethylene Oxide): Molecular Dynamics with a Polarizable Force 10
Field citations

Molecular Simulation - 21, 1-26
https://exaly.com/article/29568328

470  8pin effects on the luminescence yield of organic light emitting diodes 50
Journal of Chemical Physics - 109, 6092-6102 citations
https://exaly.com/article/29592809

1997
471  Dynamics and relaxation in interacting systems: Semigroup methods 68

Journal of Chemical Physics - 106, 7036-7043 citations
https://exaly.com/article/27804296
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472 Electron Transfer Rates in Bridged Molecular Systems: A Phenomenological 155
Approach to Relaxation citations

Journal of Physical Chemistry A - 101, 6158-6164
https://exaly.com/article/28176842

473 Conformationally-Induced Geometric Electron Localization. Interrupted 76
Conjugation, Very Large Hyperpolarizabilities, and Sizable Infrared Absorption in citations
Simple Twisted Molecular Chromophores

Journal of the American Chemical Society - 119, 3155-3156
https://exaly.com/article/28177789

474 A Vibrational Eigenfunction of a Protein: Anharmonic Coupled-Mode Ground and 36
Fundamental Excited States of BPTI citations

Journal of Physical Chemistry B - 101, 1700-1706
https://exaly.com/article/28181081

475  Large Molecular Hyperpolarizabilities. Quantitative Analysis of Aromaticity and 347
Auxiliary Donor—Acceptor Effects citations

Journal of the American Chemical Society - 119, 6575-6582
https://exaly.com/article/28233005

476  Inherent amorphous structures and statistical mechanics of melting 14

Journal of Chemical Physics - 106, 7249-7256 citations
https://exaly.com/article/28234311

477  Charge Distribution and Second-Order Nonlinear Optical Response of Charged 42
Centrosymmetric Chromophore Aggregates. An ab Initio Electronic Structure Study citations
ofp-Nitroaniline Dimers

Journal of the American Chemical Society - 119, 3003-3006
https://exaly.com/article/28346671

478  Towards understanding the local structure of liquids 32

Physics Reports - 288, 409-434 citations
https://exaly.com/article/28513316

479 Electron transfer dynamics 5

Journal of Chemical Sciences - 109, 365-377 citations

https://exaly.com/article/28637168
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Rational Design of Molecules with Large Hyperpolarizabilities. Electric Field, 203
Solvent Polarity, and Bond Length Alternation Effects on Merocyanine Dye Linear citations
and Nonlinear Optical Properties

The Journal of Physical Chemistry - 100, 9714-9725

https://exaly.com/article/26697584

Contemporary Issues in Electron Transfer Research 1,414
The Journal of Physical Chemistry - 100, 13148-13168 citations
https://exaly.com/article/26754596

Electronic Structure and Spectroscopy of Cadmium Thiolate Clusters 25
The Journal of Physical Chemistry - 100, 12204-12213 citations
https://exaly.com/article/26878009

Molecular Wires: Extended Coupling and Disorder Effects 89
The Journal of Physical Chemistry - 100, 8349-8355 citations
https://exaly.com/article/26879056

Large Second-Order Optical Nonlinearities in Open-Shell Chromophores. Planar 73
Metal Complexes and Organic Radical Ion Aggregates citations
Journal of the American Chemical Society - 118, 12747-12751

https://exaly.com/article/26916097

Spectroscopic and photophysical studies of apparent cluster-to-organic-acceptor 5
charge transfer in a molecular cadmium sulfide assembly citations
Chemical Physics Letters - 251, 84-89

https://exaly.com/article/27336990

The object-oriented development of a parallel application in protein dynamics: why 3
we need software tools for HPCN applications citations
Computer Physics Communications - 97, 124-135

https://exaly.com/article/27338225

Reorganization energies and rate constants for electron reactions in glass-forming 46
media and proteins citations
Inorganica Chimica Acta - 243, 233-238

https://exaly.com/article/27350555

Entwurf, Synthese und Eigenschaften von Molekiilaggregaten mit ausgeprégten 76
nichtlinearen optischen Eigenschaften zweiter Ordnung citations

Angewandte Chemie - 107, 167-187
https://exaly.com/article/25826802
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Design, Synthesis, and Properties of Molecule-Based Assemblies with Large
Second-Order Optical Nonlinearities

Angewandte Chemie International Edition in English - 34, 155-173
https://exaly.com/article/25839361

Polymer electrolytes: The importance of ion-ion interactions in diffusion dominated
behavior

Electrochimica Acta - 40, 2041-2048

https://exaly.com/article/25847438

Ion clustering in molecular dynamics simulations of sodium iodide solutions

Electrochimica Acta - 40, 2087-2091
https://exaly.com/article/25847443

Ion modulated electroactivity in thin-film polymers derived from bipyridyl and
phenanthroline complexes of iron

Journal of Electroanalytical Chemistry - 387, 109-113

https://exaly.com/article/26012924

Simulations of structure and transport in polymer electrolytess

Solid State lonics - 81, 171-181
https://exaly.com/article/26022602

Energy and charge trapping by localized vibrations: Electron-vibrational coupling in
anharmonic lattices

Physical Review B - 51, 3469-3475
https://exaly.com/article/26185386

Dynamically disordered hopping, glass transition, and polymer electrolytes

Journal of Chemical Physics - 103, 3253-3261
https://exaly.com/article/26199367

Time- and charge-dependent atom-atom potentials for vibronic coupling in
nonequilibrium electronic states

Physical Review B - 52, 4179-4184

https://exaly.com/article/26203719

Electron transfer in mixed-valence clusters: spin-dependent dielectric loss and
Hamiltonian parameters

The Journal of Physical Chemistry - 99, 2656-2661

https://exaly.com/article/26360297
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/ continued

Continuous symmetry analysis of hyperpolarizabilities. Characterization of the
second-order nonlinear optical response of distorted benzene

The Journal of Physical Chemistry - 99, 11061-11066

https://exaly.com/article/26406614

Chromophore Environmental Effects in Saltlike Nonlinear Optical Materials. A
Computational Study of Architecture/Anion Second-Order Response Relationships
in High-.beta. Stilbazolium Self-Assembled Films

Chemistry of Materials - 7, 400-404

https://exaly.com/article/26419028

Electric Field Poling in Polymeric Nonlinear Optical Materials. Relaxation Dynamics,
Model, and Experiment

Macromolecules - 28, 6296-6310

https://exaly.com/article/26421391

Cryptand Addition to Polyelectrolytes: A Means of Conductivity Enhancement and a
Probe of Ionic Interactions

Journal of the American Chemical Society - 117, 2344-2350

https://exaly.com/article/26430006

Chromophore-Functionalized Glassy Polymers with Large Second-Order Nonlinear
Optical Responses. Transient Dynamics and Local Microstructure of
Poly(p-hydroxystyrenes) As Assessed by in-Situ Second Harmonic Generation
Techniques

Macromolecules - 28, 2260-2269

https://exaly.com/article/26577279

Chromophore-Functionalized Glassy Polymers with Large Second-Order Nonlinear
Optical Responses. Synthesis, Characterization, and
Architecture-Processing-Response Characteristics of Poly(p-hydroxystyrenes)
Functionalized with Chiral Chromophoric Side Chains

Macromolecules - 28, 2247-2259

https://exaly.com/article/26577807

Impurity Doping of a Simple Metal Cluster: An Ab Initio Study of LioF

The Journal of Physical Chemistry - 98, 8851-8857
https://exaly.com/article/24829554

Conduction in Polymers: Dynamic Disorder Transport

The Journal of Physical Chemistry - 98, 1765-1775
https://exaly.com/article/24830933
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Spatial and temporal decay of localized electrons in solids: One-dimensional model

Journal of Chemical Physics - 101, 9710-9715
https://exaly.com/article/24921725

A quantitative approximation for the quantum dynamics of hydrogen transfer:
Transition state dynamics and decay in CIHCI-

Journal of Chemical Physics - 101, 1975-1987

https://exaly.com/article/24929044

A perturbed-mean-field approach to the decay rates of excited vibrational states in
extended systems: An application toI2(Ne)n

Journal of Chemical Physics + 100, 4355-4366

https://exaly.com/article/24930988

Orientation motion in glassy polymers

Journal of Chemical Physics - 101, 6330-6337
https://exaly.com/article/24931029

Fourier analysis, correlation functions and nonadiabatic electron transfer:
Wavepackets and exact representations

Theoretica Chimica Acta - 89, 383-399

https://exaly.com/article/25025884

Ionic diffusion in dynamically-disordered materials: Motion on a renewing,
percolative lattice

Journal of Molecular Liquids - 60, 269-288

https://exaly.com/article/25086175

Electron transfer rates from time-dependent correlation functions. Wavepacket
dynamics, solvent effects, and applications

Journal of Photochemistry and Photobiology A: Chemistry - 82, 87-101
https://exaly.com/article/25128125

Resonances and interference effects on the effective electronic coupling in electron
transfer

Journal of Photochemistry and Photobiology A: Chemistry - 82, 81-86
https://exaly.com/article/25128126

Environmental Effects on Nonlinear Optical Chromophore Performance.
Calculation of Molecular Quadratic Hyperpolarizabilities in Solvating Media
Journal of the American Chemical Society - 116, 4440-4445

https://exaly.com/article/25130026
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1994 / continued

515  Design and construction of molecular assemblies with large second-order optical 2,073
nonlinearities. Quantum chemical aspects citations
Chemical Reviews - 94, 195-242
https://exaly.com/article/25130526

516  Conductivity and Dielectric Constant of PPO and PPO-Based Solid Electrolytes from 40
Dc to 6 GHz citations

The Journal of Physical Chemistry - 98, 4148-4154
https://exaly.com/article/25163920

517  Electronic Structure and Quadratic Hyperpolarizabilities in Organotransition-Metal 196
Chromophores Having Weakly Coupled .pi.-Networks. Unusual Mechanisms for citations
Second-Order Response

Journal of the American Chemical Society - 116, 10089-10102
https://exaly.com/article/25448232

1993

518 Electron donor-acceptor complexes as potential high-efficiency second-order 139
nonlinear optical materials. A computational investigation citations

Journal of the American Chemical Society - 115, 682-686
https://exaly.com/article/24110757

519  Conductivity percolation in polyiodide/polymer complexes 9

Chemistry of Materials - 5, 1073-1077 citations
https://exaly.com/article/24111832

520  Electronic structure and spectroscopy of nickel(II), palladium(II), and platinum(II) 51
acetylacetonate complexes citations

Inorganic Chemistry - 32, 1251-1258
https://exaly.com/article/24211002

521  Electron transfer via superexchange: a time-dependent approach 56
The Journal of Physical Chemistry - 97, 29-33 citations
https://exaly.com/article/24259665

522 Vibrational states of argon-carbon dioxide molecule: analysis of an internal 5
dynamical transition using self-consistent field techniques citations

The Journal of Physical Chemistry - 97, 3151-3156
https://exaly.com/article/24259904

523 Monte Carlo investigations of Coulombic correlations in lattice gas models 26

Journal of Chemical Physics - 98, 4937-4947 citations
https://exaly.com/article/24332576
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Barrier crossing with concentration boundary conditions in biological channels and
chemical reactions

Journal of Chemical Physics - 98, 1193-1212

https://exaly.com/article/24353815

Dipole time correlation functions of the Stockmayer fluid in the microcanonical and
canonical ensembles

The Journal of Physical Chemistry - 97, 10478-10485

https://exaly.com/article/24536724

Ground state properties and optical response of LixNa4—x,x=0-4: Anabinitiostudy

Journal of Chemical Physics - 96, 4924-4933
https://exaly.com/article/22946564

Chemistry in strong laser fields: An example from methyl iodide photodissociation
Journal of Chemical Physics - 97, 6410-6431
https://exaly.com/article/22951077

Calculation and electronic description of quadratic hyperpolarizabilities. Toward a
molecular understanding of NLO responses in organotransition metal
chromophores

Journal of the American Chemical Society - 114, 10338-10357

https://exaly.com/article/23297890

Design of chromophoric molecular assemblies with large second-order optical
nonlinearities. A theoretical analysis of the role of intermolecular interactions
Journal of the American Chemical Society - 114, 5842-5849

https://exaly.com/article/23329771

Nonlinear optical phenomena in conjugated organic chromophores: theoretical
investigations via a .pi.-electron formalism

The Journal of Physical Chemistry - 96, 4325-4336

https://exaly.com/article/23606980

Mechanical properties of dynamically disordered networks

Journal of Non-Crystalline Solids - 131-133, 1018-1021
https://exaly.com/article/22076686
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/ continued

Nonlinear optical characteristics of novel inorganic chromophores using the Zindo
formalism

Chemistry of Materials - 3, 19-22

https://exaly.com/article/22140322

Superexchange-Assisted Through-Bridge Electron Transfer: Electronic and
Dynamical Aspects

Israel Journal of Chemistry - 30, 45-58

https://exaly.com/article/21095682

Polymer Electrolytes: Hopping, Domain Structures and Frequency-Dependent
Conductivity

Materials Research Society Symposia Proceedings - 210,

https://exaly.com/article/21191405

Characterization of Polyiodide-Polymer Complexes by Resonance Ranan
Spectroscopy

Materials Research Society Symposia Proceedings - 210,
https://exaly.com/article/21191415

Bridge-assisted electron transfer: effective electronic coupling

The Journal of Physical Chemistry - 94, 4877-4883
https://exaly.com/article/21304653

Quantum mechanical reactive scattering by a multiconfigurational time-dependent
self-consistent field (MCTDSCF) approach

Chemical Physics Letters - 171, 97-108

https://exaly.com/article/21332022

One-dimensional tunneling-limited conductivity of discrete, ordered conducting
particles dispersed in a matrix

Solid State Communications - 75, 25-28

https://exaly.com/article/21468198

Chromophoric self-assembled multilayers. Organic superlattice approaches to
thin-film nonlinear optical materials

Journal of the American Chemical Society - 112, 7389-7390

https://exaly.com/article/21775831

Description of quadratic optical nonlinearities for transition-metal organometallic
chromophores using an SCF-LCAO MECI formalism

Journal of the American Chemical Society - 112, 8203-8204

https://exaly.com/article/21776828
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Dynamical theory of electron transfer: Inclusion of inner-shell reorganization

Journal of Chemical Physics - 90, 4237-4247
https://exaly.com/article/20392351

Vibrational states of very floppy clusters: Approximate separability and the choice

of good curvilinear coordinates for XeHe2, I2He

Journal of Chemical Physics - 91, 1813-1823
https://exaly.com/article/20394239

Influence functionals: General methodology for subsystem calculations

Physical Review A - 39, 864-880
https://exaly.com/article/20395783

Static mean-field theory for molecular vibrations: Self-consistent correlation
corrections

Chemical Physics Letters - 155, 119-126
https://exaly.com/article/20618622

Conductivity in polymer ionics. Dynamic disorder and correlation

Faraday Discussions of the Chemical Society - 88, 19
https://exaly.com/article/20893141

Determination of potential energy surfaces of linear triatomics from
vibration-rotation spectra: An inversion method applied to CO2
Computer Physics Communications - 51, 161-171

https://exaly.com/article/19522461

The relationship between hopping and coherent motion in dynamically disordered

systems

Chemical Physics Letters - 151, 434-438
https://exaly.com/article/19551896

East ion conduction: some theoretical issues

Solid State lonics - 28-30, 3-33
https://exaly.com/article/19568939

Transport in glassy fast-ion conductors

Journal of Non-Crystalline Solids - 101, 54-64
https://exaly.com/article/19733284

Ion transport in solvent-free polymers

Chemical Reviews - 88, 109-124
https://exaly.com/article/19768978
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1988 / continued

551  Molecular and macromolecular nonlinear optical materials. Probing
architecture/electronic structure/frequency doubling relationships via an
SCF-LCAO MECI .pi. electron formalism
Journal of the American Chemical Society - 110, 1707-1715
https://exaly.com/article/19780206

552 Gated electron transfer: when are observed rates controlled by conformational
interconversion? [Erratum to document cited in CA107(19):175241j]
Journal of the American Chemical Society - 110, 8267-8267
https://exaly.com/article/19800365

553 Generalized dynamic-disorder transport rule with application to the study of
temporal correlation effects
Physical Review B - 38, 12589-12599
https://exaly.com/article/19895356

554 Mean-field models for molecular states and dynamics: new developments

The Journal of Physical Chemistry - 92, 3252-3260
https://exaly.com/article/20005037

1987

555  Correlation effects in the structural properties of framework solid electrolytes

The Journal of Physical Chemistry - 91, 4941-4947
https://exaly.com/article/18983445

556  Random walk in dynamically disordered systems

The Philosophical Magazine: Physics of Condensed Matter B, Statistical Mechanics, Electronic, Optical
and Magnetic Properties - 56, 853-859

https://exaly.com/article/18993719

557  Gated electron transfer: when are observed rates controlled by conformational
interconversion?
Journal of the American Chemical Society - 109, 6237-6243
https://exaly.com/article/19087904

558  Jonic conductivity in branched polyethylenimine-sodium
trifluoromethanesulfonate complexes: comparisons to analogous complexes made
with linear polyethylenimine
Macromolecules - 20, 1778-1781
https://exaly.com/article/19210652

559  Electron tunneling in solid-state electron-transfer reactions

Chemical Reviews - 87, 113-153
https://exaly.com/article/19433206

Mark Ratner

158

citations

15

citations

33

citations

47

citations

4

citations

11

citations

218

citations

40

citations

274

citations

https://exaly.com/author/1429133 Version 2026-09-16 - 61 / 66


https://exaly.com/article/19780206
https://exaly.com/article/19780206
https://exaly.com/article/19780206
https://exaly.com/article/19780206
https://exaly.com/article/19800365
https://exaly.com/article/19800365
https://exaly.com/article/19800365
https://exaly.com/article/19895356
https://exaly.com/article/19895356
https://exaly.com/article/19895356
https://exaly.com/article/20005037
https://exaly.com/article/20005037
https://exaly.com/article/18983445
https://exaly.com/article/18983445
https://exaly.com/article/18993719
https://exaly.com/article/18993719
https://exaly.com/article/19087904
https://exaly.com/article/19087904
https://exaly.com/article/19087904
https://exaly.com/article/19210652
https://exaly.com/article/19210652
https://exaly.com/article/19210652
https://exaly.com/article/19210652
https://exaly.com/article/19433206
https://exaly.com/article/19433206
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

1986

560  Excited vibrational states of polyatomic molecules: the semiclassical self-consistent
field approach
The Journal of Physical Chemistry - 90, 20-30
https://exaly.com/article/18103143

561 Tt Electron calculations for predicting non-linear optical properties of molecules

Chemical Physics Letters - 131, 370-375
https://exaly.com/article/18410902

562 Applications of dynamic bond percolation theory to the dielectric response of
polymer electrolytes
Solid State lonics - 18-19, 106-111
https://exaly.com/article/18437162

563  Particle motion through a dynamically disordered medium: The effects of bond
correlation and application to polymer solid electrolytesys
Solid State lonics - 18-19, 151-155
https://exaly.com/article/18437170

564 Conductivity and ordering on the planar honeycomb lattice: A Monte Carlo study of
transport and order parameters in 3 aluminas
Journal of Chemical Physics - 84, 2827-2836
https://exaly.com/article/18684919

1985

565  Divalent and mixed divalent/monovalent conduction in B"-alumina: A Monte Carlo
study
Journal of Solid State Chemistry - 58, 103-113
https://exaly.com/article/17627957

566  Generalized hopping model for frequency-dependent transport in a dynamically
disordered medium, with applications to polymer solid electrolytes
Physical Review B - 31, 3939-3947
https://exaly.com/article/17859518

567  Resistivity mechanisms in phthalocyanine-based linear-chain and polymeric
conductors: variation of bandwidth with geometry
Journal of the American Chemical Society - 107, 5387-5391
https://exaly.com/article/18002022

568  Conductivity mechanisms in phthalocyanine-based “molecular metals”: Calculation
of the temperature-dependent resistivity
Journal of Chemical Physics - 83, 5277-5285
https://exaly.com/article/18028030
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1984

569  Beyond linear response: Line shapes for coupled spins or oscillators via direct
calculation of dissipated power
Journal of Chemical Physics - 80, 2352-2362
https://exaly.com/article/16861572

570  Inversion of Polyatomic Rovibration Spectra into a Molecular Potential Energy
Surface: Application to CO2
Physical Review Letters - 52, 1288-1291
https://exaly.com/article/16873264

571  Adiabatic and self-consistent-field approximations for coupled vibrations: A simple
two-mode comparison
Chemical Physics Letters - 112, 322-327
https://exaly.com/article/17034868

572 Polymer fracture—A simple model for chain scission

Journal of Polymer Science, Polymer Physics Edition - 22, 881-897
https://exaly.com/article/17080668

573 Models for n-1 Interactions in Molecular Metals. Ionization Energies, Electronic
Structure, and Through-Space/Through-Bond Interactions in [2.2]paracyclophane. A
Hartree-Fock-Slater Study
Journal of the American Chemical Society - 106, 2491-2497
https://exaly.com/article/17187163

1983

574  Superdefects in Na " alumina: Computer simulation of ionic conductivity and
conduction mechanisms
Solid State lonics - 9-10, 287-294
https://exaly.com/article/16190305

575  Polymeric solid electrolytes: Dynamic bond percolation and free volume models for
diffusion
Solid State lonics - 9-10, 1115-1120
https://exaly.com/article/16264251

576  Site trapping and commensurability effects in framework solid electrolytes

Solid State lonics - 9-10, 1325-1332
https://exaly.com/article/16264272

577 Dynamic bond percolation theory: A microscopic model for diffusion in dynamically
disordered systems. I. Definition and one-dimensional case
Journal of Chemical Physics - 79, 3133-3142
https://exaly.com/article/16371797
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1983 / continued

578

579

580

581

1982

582

583

584

585

1981

586

https://exaly.com/author/1429133

Dissociation dynamics of vibrationally excited van der Waals clusters:
[2XY = [2+X+Y (X, Y=He, Ne)

Journal of Chemical Physics - 79, 1808-1822

https://exaly.com/article/16441423

Motion mechanisms in framework solid electrolytes: Correlated hopping and
liquidlike diffusion

Journal of Chemical Physics - 78, 4154-4161

https://exaly.com/article/16448624

Dynamical instabilities and structural changes in molecules

Molecular Physics - 50, 353-368
https://exaly.com/article/16516418

Vibrational levels in the self-consistent-field approximation with local and normal
modes. Results for water and carbon dioxide

The Journal of Physical Chemistry - 87, 2376-2382

https://exaly.com/article/16587090

Dynamics of molecules using semigroup techniques: Vibrational line shapes in
exciton models of mixed valency

Journal of Chemical Physics - 77, 2841-2846

https://exaly.com/article/15573304

Correlated ionic motion in solid electrolytes: Tests of Smoluchowski dynamics and
conductivity relations

Journal of Chemical Physics - 77, 5752-5756

https://exaly.com/article/15578169

Time-dependent self-consistent field approximation for intramolecular energy
transfer. I. Formulation and application to dissociation of van der Waals molecules

Journal of Chemical Physics - 77, 3022-3030
https://exaly.com/article/15578308

Solid electrolytes: some theoretical approaches to ionic motion mechanisms

Accounts of Chemical Research - 15, 355-361
https://exaly.com/article/15867104

Charge carrier correlations in framework solid electrolytes

Solid State lonics + 5, 125-128
https://exaly.com/article/15359078

Mark Ratner

95

citations

8

citations

5

citations

36

citations

13

citations

8

citations

358

citations

8

citations

8

citations

Version 2026-09-16 - 64 / 66


https://exaly.com/article/16441423
https://exaly.com/article/16441423
https://exaly.com/article/16441423
https://exaly.com/article/16448624
https://exaly.com/article/16448624
https://exaly.com/article/16448624
https://exaly.com/article/16516418
https://exaly.com/article/16516418
https://exaly.com/article/16587090
https://exaly.com/article/16587090
https://exaly.com/article/16587090
https://exaly.com/article/15573304
https://exaly.com/article/15573304
https://exaly.com/article/15573304
https://exaly.com/article/15578169
https://exaly.com/article/15578169
https://exaly.com/article/15578169
https://exaly.com/article/15578308
https://exaly.com/article/15578308
https://exaly.com/article/15578308
https://exaly.com/article/15867104
https://exaly.com/article/15867104
https://exaly.com/article/15359078
https://exaly.com/article/15359078
https://exaly.com/author/1429133

exaly

Ordered by publication year, newest first

1981 / continued

587  Framework solid electrolytes: Effective potentials and conditional probabilities for
correlated motion

Solid State lonics + 5, 129-132
https://exaly.com/article/15359079

588  Stoichiometry-dependent conductivity in framework ionic conductors

Physical Review B - 23, 1580-1583
https://exaly.com/article/15420818

1980

589  The semiclassical self-consistent-field (SC-SCF) approach to energy levels of coupled
vibrational modes. II. The semiclassical state-interaction procedure

Chemical Physics - 53, 345-356
https://exaly.com/article/14590959

1979

590  Spectroscopic studies of the conformations of n-decamethyltetrasilane

Journal of Organometallic Chemistry - 178, 119-131
https://exaly.com/article/14115351

1978

591  Comparison of FSGO, Hartree-Fock-Roothaan and pseudopotential calculations for
Li2
Journal of the Chemical Society, Faraday Transactions 2 - 74, 324-334
https://exaly.com/article/13569880

592 Jahn-Teller effects in metalloporphyrins and other four-fold symmetric systems

Molecular Physics - 35, 901-925
https://exaly.com/article/13610220

593 Pseudopotential floating spherical gaussian orbital calculations on group IV
hydrides
Journal of the Chemical Society, Faraday Transactions 2 - 74, 1521
https://exaly.com/article/13848179

1977

594 Intramolecular electron transfer in simple model systems: A propagator study

Journal of Chemical Physics - 66, 938-946
https://exaly.com/article/12993427
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1977 / continued

595  Some symmetry considerations concerning the role of atomic d orbitals in chemical
bonds: discussion and some calculational examples

Journal of the American Chemical Society - 99, 3954-3960
https://exaly.com/article/13161032

1976

596  Estimation of intramolecular polaron coupling constants for
tetracyanoquinodimethan and its anion
Chemical Physics Letters - 39, 123-127
https://exaly.com/article/12819607

597 A treatment of vibrational relaxation without the rotating wave approximation

Chemical Physics - 16, 49-59
https://exaly.com/article/12831678

598  The screened INDO (INDO/S) model: Application to photoelectron spectrum of
benzonitrile

Journal of Chemical Physics - 65, 1305-1309
https://exaly.com/article/12871438

599  Intramolecular electron transfer: Simple theory of purely electronic effects

Molecular Physics - 32, 1233-1245
https://exaly.com/article/12920844

1975

600  Photochemistry of .beta.,.gamma.-unsaturated ketones. Specific reactivity of 2,81,
and T1in 2,2,7,7-tetramethyl-3,5-cycloheptadienone and correlations with INDO
calculations

Journal of the American Chemical Society - 97, 5596-5598
https://exaly.com/article/12433724

1974

601  Molecular rectifiers

Chemical Physics Letters - 29, 277-283
https://exaly.com/article/11778741

End of list - 601 articles. Citation counts use Exaly’s peer-reviewed cohort.
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