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Templating Bicarbonate in the Second Coordination Sphere Enhances Electrochemical
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18 Exchange Coupling Determines Metal-Dependent Efficiency for Iron- and Cobalt-Catalyzed
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19 Non-iterative method for constructing valence antibonding molecular orbitals and a
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Mechanistic Insights into Co and Fe Quaterpyridine-Based CO<sub>2</sub> Reduction Catalysts:
Metalâ€“Ligand Orbital Interaction as the Key Driving Force for Distinct Pathways. Journal of the
American Chemical Society, 2021, 143, 744-763.
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25 Polishing the Gold Standard: The Role of Orbital Choice in CCSD(T) Vibrational Frequency Prediction.
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26 Challenges for density functional theory: calculation of CO adsorption on electrocatalytically
relevant metals. Physical Chemistry Chemical Physics, 2021, 23, 9394-9406. 2.8 15

27 Electronâ€“Nuclear Dynamics Accompanying Proton-Coupled Electron Transfer. Journal of the
American Chemical Society, 2021, 143, 3104-3112. 13.7 21

28 Mechanism and Kinetics of Light Alkane Dehydrogenation and Cracking over Isolated Ga Species in
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Too big, too small, or just right? A benchmark assessment of density functional theory for predicting
the spatial extent of the electron density of small chemical systems. Journal of Chemical Physics, 2021,
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30 Ambient-Temperature Hydrogen Storage via Vanadium(II)-Dihydrogen Complexation in a Metalâ€“Organic
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31
Controlled Single-Electron Transfer via Metalâ€“Ligand Cooperativity Drives Divergent
Nickel-Electrocatalyzed Radical Pathways. Journal of the American Chemical Society, 2021, 143,
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From Intermolecular Interaction Energies and Observable Shifts to Component Contributions and
Back Again: A Tale of Variational Energy Decomposition Analysis. Annual Review of Physical Chemistry,
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10.8 55

33 Assessment of Performance of Density Functionals for Predicting Potential Energy Curves in
Hydrogen Storage Applications. Journal of Physical Chemistry A, 2021, 125, 4245-4257. 2.5 2

34 Revealing the nature of electron correlation in transition metal complexes with symmetry breaking
and chemical intuition. Journal of Chemical Physics, 2021, 154, 194109. 3.0 36

35 Orbital Optimized Density Functional Theory for Electronic Excited States. Journal of Physical
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36 Two-Coordinate Iron(I) Complexes on the Edge of Stability: Influence of Dispersion and Steric Effects.
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38 Exploring spin symmetry-breaking effects for static field ionization of atoms: Is there an analog to the
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39 Software for the frontiers of quantum chemistry: An overview of developments in the Q-Chem 5
package. Journal of Chemical Physics, 2021, 155, 084801. 3.0 518
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Exploring the Limits of Second- and Third-Order MÃ¸llerâ€“Plesset Perturbation Theories for
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Approaching the basis set limit in Gaussian-orbital-based periodic calculations with transferability:
Performance of pure density functionals for simple semiconductors. Journal of Chemical Physics,
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Crossed Beam Experiments and Computational Studies of Pathways to the Preparation of Singlet
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Journal of Physical Chemistry Letters, 2021, 12, 10768-10776.
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49 Stripping away ion hydration shells in electrical double-layer formation: Water networks matter.
Proceedings of the National Academy of Sciences of the United States of America, 2021, 118, . 7.1 20
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Chemistry Chemical Physics, 2021, 23, 26737-26749. 2.8 1

51
Regularized Second-Order MÃ¸llerâ€“Plesset Theory: A More Accurate Alternative to Conventional MP2
for Noncovalent Interactions and Transition Metal Thermochemistry for the Same Computational
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52
Highly Accurate Prediction of Core Spectra of Molecules at Density Functional Theory Cost: Attaining
Sub-electronvolt Error from a Restricted Open-Shell Kohnâ€“Sham Approach. Journal of Physical
Chemistry Letters, 2020, 11, 775-786.
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53
Variational Forwardâ€“Backward Charge Transfer Analysis Based on Absolutely Localized Molecular
Orbitals: Energetics and Molecular Properties. Journal of Chemical Theory and Computation, 2020, 16,
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54 Electronic structure calculations permit identification of the driving forces behind frequency shifts
in transition metal monocarbonyls. Physical Chemistry Chemical Physics, 2020, 22, 781-798. 2.8 21
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Systematically Improvable Tensor Hypercontraction: Interpolative Separable Density-Fitting for
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Journal of Chemical Theory and Computation, 2020, 16, 243-263.
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56 Facing the Challenges of Borderline Oxidation State Assignments Using State-of-the-Art
Computational Methods. Inorganic Chemistry, 2020, 59, 15410-15420. 4.0 27

57 The Ground State Electronic Energy of Benzene. Journal of Physical Chemistry Letters, 2020, 11,
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58
Accurate prediction of core-level spectra of radicals at density functional theory cost via square
gradient minimization and recoupling of mixed configurations. Journal of Chemical Physics, 2020, 153,
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Metalâ€“Ligand Cooperativity via Exchange Coupling Promotes Iron- Catalyzed Electrochemical
CO<sub>2</sub> Reduction at Low Overpotentials. Journal of the American Chemical Society, 2020,
142, 20489-20501.

13.7 77

60

Predicting Excitation Energies of Twisted Intramolecular Charge-Transfer States with the
Time-Dependent Density Functional Theory: Comparison with Experimental Measurements in the Gas
Phase and Solvents Ranging from Hexanes to Acetonitrile. Journal of Chemical Theory and
Computation, 2020, 16, 6244-6255.

5.3 21

61 Molecular growth upon ionization of van der Waals clusters containing HCCH and HCN is a pathway
to prebiotic molecules. Physical Chemistry Chemical Physics, 2020, 22, 20337-20348. 2.8 8

62 Third-Order MÃ¸llerâ€“Plesset Theory Made More Useful? The Role of Density Functional Theory
Orbitals. Journal of Chemical Theory and Computation, 2020, 16, 7473-7489. 5.3 27

63 Solvent Mediated Excited State Proton Transfer in Indigo Carmine. Journal of Physical Chemistry
Letters, 2020, 11, 4156-4162. 4.6 26

64
Probing radicalâ€“molecule interactions with a second generation energy decomposition analysis of
DFT calculations using absolutely localized molecular orbitals. Physical Chemistry Chemical Physics,
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65
Computational Study of an Iron(II) Polypyridine Electrocatalyst for CO<sub>2</sub> Reduction: Key
Roles for Intramolecular Interactions in CO<sub>2</sub> Binding and Proton Transfer. Inorganic
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68 Benchmarking the Performance of the ReaxFF Reactive Force Field on Hydrogen Combustion Systems.
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69 Compressed intramolecular dispersion interactions. Journal of Chemical Physics, 2020, 152, 024112. 3.0 2

70 Modern Approaches to Exact Diagonalization and Selected Configuration Interaction with the
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71 Experimental and Computational Studies of Carbonâ€“Carbon Bond Formation via Ketonization and
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and Assessment of 55 Functionals. Journal of Chemical Theory and Computation, 2020, 16, 4963-4982. 5.3 14
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Astrophysical and Planetary Environments. Journal of Physical Chemistry A, 2020, 124, 2001-2013. 2.5 12
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8.0 41

76 Atomicâ€•Scale Spacing between Copper Facets for the Electrochemical Reduction of Carbon Dioxide.
Advanced Energy Materials, 2020, 10, 1903423. 19.5 32
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Excited State Orbital Optimization via Minimizing the Square of the Gradient: General Approach and
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Generalized single excitation configuration interaction: an investigation into the impact of the
inclusion of non-orthogonality on the calculation of core-excited states. Physical Chemistry
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80 Development of an Advanced Force Field for Water Using Variational Energy Decomposition Analysis.
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Physical Chemistry Letters, 2019, 10, 4558-4565. 4.6 38
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Proceedings of the National Academy of Sciences of the United States of America, 2019, 116, 14471-14478. 7.1 19

85
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Energy Decomposition Analysis for Interactions of Radicals: Theory and Implementation at the MP2
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photoionization mass spectrometry and electronic structure calculations. Faraday Discussions, 2019,
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Assessing Electronic Structure Methods for Long-Range Three-Body Dispersion Interactions: Analysis
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96 Tracing the 267 nm-Induced Radical Formation in Dimethyl Disulfide Using Time-Resolved X-ray
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115 How Accurate Is Density Functional Theory at Predicting Dipole Moments? An Assessment Using a New
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116 Understanding BrÃ¸nstedâ€•Acid Catalyzed Monomolecular Reactions of Alkanes in Zeolite Pores by
Combining Insights from Experiment and Theory. ChemPhysChem, 2018, 19, 341-358. 2.1 21
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Time-Dependent Density Functional Theory and Configuration Interaction with Single Excitations.
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9

Martin Head-Gordon

# Article IF Citations
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140 Ab initio molecular dynamics simulations of liquid water using high quality meta-GGA functionals.
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141 Theoretical Analysis of the Influence of Pore Geometry on Monomolecular Cracking and
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Journal of Chemical Theory and Computation, 2017, 13, 2043-2052. 5.3 71
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