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systematic testing of four M06-class functionals and 12 other functionals. Theoretical Chemistry
Accounts, 2008, 120, 215-241.

1.4 23,928

2 Density Functionals with Broad Applicability in Chemistry. Accounts of Chemical Research, 2008, 41,
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4
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6

Hybrid Meta Density Functional Theory Methods for Thermochemistry, Thermochemical Kinetics, and
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Hydrogen Bonding and van der Waals Interactions. Journal of Physical Chemistry A, 2004, 108,
6908-6918.
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8
Computational Thermochemistry: Scale Factor Databases and Scale Factors for Vibrational
Frequencies Obtained from Electronic Model Chemistries. Journal of Chemical Theory and
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Density Functional for Spectroscopy:Â  No Long-Range Self-Interaction Error, Good Performance for
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10 Exchange-correlation functional with broad accuracy for metallic and nonmetallic compounds,
kinetics, and noncovalent interactions. Journal of Chemical Physics, 2005, 123, 161103. 3.0 979
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Exploring the Limit of Accuracy of the Global Hybrid Meta Density Functional for Main-Group
Thermochemistry, Kinetics, and Noncovalent Interactions. Journal of Chemical Theory and
Computation, 2008, 4, 1849-1868.

5.3 956
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Twinborn TiO<sub>2</sub>â€“TiN heterostructures enabling smooth trappingâ€“diffusionâ€“conversion
of polysulfides towards ultralong life lithiumâ€“sulfur batteries. Energy and Environmental Science,
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13 Benchmark Databases for Nonbonded Interactions and Their Use To Test Density Functional Theory.
Journal of Chemical Theory and Computation, 2005, 1, 415-432. 5.3 832
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Benchmark Database of Barrier Heights for Heavy Atom Transfer, Nucleophilic Substitution,
Association, and Unimolecular Reactions and Its Use to Test Theoretical Methods. Journal of Physical
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2.5 736

15 Comparative DFT Study of van der Waals Complexes:Â  Rare-Gas Dimers, Alkaline-Earth Dimers, Zinc
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16 Effectiveness of Diffuse Basis Functions for Calculating Relative Energies by Density Functional
Theory. Journal of Physical Chemistry A, 2003, 107, 1384-1388. 2.5 688

17 Applications and validations of the Minnesota density functionals. Chemical Physics Letters, 2011, 502,
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18 Development and Assessment of a New Hybrid Density Functional Model for Thermochemical Kinetics.
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19 Density Functionals for Noncovalent Interaction Energies of Biological Importance. Journal of
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Chemistry A, 2005, 109, 11127-11143. 2.5 447

22 NWChem: Past, present, and future. Journal of Chemical Physics, 2020, 152, 184102. 3.0 425

23 Multi-coefficient extrapolated density functional theory for thermochemistry and thermochemical
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24 On the Performances of the M06 Family of Density Functionals for Electronic Excitation Energies.
Journal of Chemical Theory and Computation, 2010, 6, 2071-2085. 5.3 383

25 How Well Can New-Generation Density Functionals Describe the Energetics of Bond-Dissociation
Reactions Producing Radicals?. Journal of Physical Chemistry A, 2008, 112, 1095-1099. 2.5 359

26 Lithiophilic-lithiophobic gradient interfacial layer for a highly stable lithium metal anode. Nature
Communications, 2018, 9, 3729. 12.8 331
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Benchmark Energetic Data in a Model System for Grubbs II Metathesis Catalysis and Their Use for the
Development, Assessment, and Validation of Electronic Structure Methods. Journal of Chemical
Theory and Computation, 2009, 5, 324-333.
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28 Doubly Hybrid Meta DFT:â€‰ New Multi-Coefficient Correlation and Density Functional Methods for
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29 Construction of a generalized gradient approximation by restoring the density-gradient expansion
and enforcing a tight Liebâ€“Oxford bound. Journal of Chemical Physics, 2008, 128, 184109. 3.0 260
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A 3D Nitrogenâ€•Doped Graphene/TiN Nanowires Composite as a Strong Polysulfide Anchor for
Lithiumâ€“Sulfur Batteries with Enhanced Rate Performance and High Areal Capacity. Advanced
Materials, 2018, 30, e1804089.

21.0 251

31 Ru-doped 3D flower-like bimetallic phosphide with a climbing effect on overall water splitting. Applied
Catalysis B: Environmental, 2020, 279, 119396. 20.2 251

32 How well can new-generation density functional methods describe stacking interactions in
biological systems?. Physical Chemistry Chemical Physics, 2005, 7, 2701. 2.8 246

33

Tests of second-generation and third-generation density functionals for thermochemical
kineticsElectronic supplementary information (ESI) available: Mean errors for pure and hybrid DFT
methods. See http://www.rsc.org/suppdata/cp/b3/b316260e/. Physical Chemistry Chemical Physics, 2004,
6, 673.
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34 Computational characterization and modeling of buckyball tweezers: density functional study of
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35 Assessment of Model Chemistries for Noncovalent Interactions. Journal of Chemical Theory and
Computation, 2006, 2, 1009-1018. 5.3 214
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Databases for Transition Element Bonding:Â  Metalâˆ’Metal Bond Energies and Bond Lengths and Their
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Representative Benchmark Suites for Barrier Heights of Diverse Reaction Types and Assessment of
Electronic Structure Methods for Thermochemical Kinetics. Journal of Chemical Theory and
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Journal of Chemical Physics, 2010, 132, 164117.

3.0 206

39 Lowâ€•Bandgap Seâ€•Deficient Antimony Selenide as a Multifunctional Polysulfide Barrier toward
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45 Comparative assessment of density functional methods for 3d transition-metal chemistry. Journal of
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46
Strain Engineering of a MXene/CNT Hierarchical Porous Hollow Microsphere Electrocatalyst for a
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47 Generalized Gradient Approximation That Recovers the Second-Order Density-Gradient Expansion with
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49 Attractive Noncovalent Interactions in the Mechanism of Grubbs Second-Generation Ru Catalysts for
Olefin Metathesis. Organic Letters, 2007, 9, 1967-1970. 4.6 163
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toward Highâ€•Performance Lithium Storage. Advanced Energy Materials, 2019, 9, 1802695. 19.5 161

51 Benchmark Data for Interactions in Zeolite Model Complexes and Their Use for Assessment and
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52 A Prototype for Graphene Material Simulation:â€‰ Structures and Interaction Potentials of Coronene
Dimers. Journal of Physical Chemistry C, 2008, 112, 4061-4067. 3.1 152

53 High-Voltage Cycling Induced Thermal Vulnerability in LiCoO<sub>2</sub> Cathode: Cation Loss and
Oxygen Release Driven by Oxygen Vacancy Migration. ACS Nano, 2020, 14, 6181-6190. 14.6 144

54 The 6-31B(d) Basis Set and the BMC-QCISD and BMC-CCSD Multicoefficient Correlation Methods.
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60 Density Functional Theory for Electrocatalysis. Energy and Environmental Materials, 2022, 5, 157-185. 12.8 95
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62
Improved Description of Nuclear Magnetic Resonance Chemical Shielding Constants Using the M06-L
Meta-Generalized-Gradient-Approximation Density Functional. Journal of Physical Chemistry A, 2008,
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2.5 92
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Advanced Functional Materials, 2020, 30, 2000613. 14.9 90

64
Infinite-Basis Calculations of Binding Energies for the Hydrogen Bonded and Stacked Tetramers of
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2.5 89

65 Size-Selective Supramolecular Chemistry in a Hydrocarbon Nanoring. Journal of the American
Chemical Society, 2007, 129, 8440-8442. 13.7 89
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and Storage. Advanced Energy Materials, 2022, 12, 2100346. 19.5 86

67 A robust electrospun separator modified with in situ grown metal-organic frameworks for
lithium-sulfur batteries. Chemical Engineering Journal, 2020, 395, 124979. 12.7 85

68 Validation of electronic structure methods for isomerization reactions of large organic molecules.
Physical Chemistry Chemical Physics, 2011, 13, 13683. 2.8 78

69 Calculation of semiconductor band gaps with the M06-L density functional. Journal of Chemical
Physics, 2009, 130, 074103. 3.0 75

70
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for Polysulfide Trapping toward High-Performance Lithium/Sulfur Batteries. ACS Applied Materials
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72 Facile formation of tetragonal-Nb2O5 microspheres for high-rate and stable lithium storage with
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Meta-Generalized Gradient Approximation Exchangeâ€“Correlation Functional, M06-L. Journal of
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4.6 63

74 Benchmark Database for Ylidic Bond Dissociation Energies and Its Use for Assessments of Electronic
Structure Methods. Journal of Chemical Theory and Computation, 2012, 8, 2824-2834. 5.3 62

75 Benchmarking approximate density functional theory for s/d excitation energies in 3d transition metal
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conversion in Znâ€“air battery. Chemical Engineering Journal, 2021, 424, 130559. 12.7 55
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84 Development of a curcumin-based antifouling and anticorrosion sustainable polybenzoxazine resin
composite coating. Composites Part B: Engineering, 2021, 225, 109263. 12.0 51
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Diastereodivergent Asymmetric 1,3â€•Dipolar Cycloaddition of Azomethine Ylides and Î²â€•Fluoroalkyl
Vinylsulfones: Low Copper(II) Catalyst Loading and Theoretical Studies. Angewandte Chemie -
International Edition, 2019, 58, 16637-16643.
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photocatalytic CO2 reduction. Applied Catalysis B: Environmental, 2021, 298, 120546. 20.2 42
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95 Facilitating the acidic oxygen reduction of Feâ€“Nâ€“C catalysts by fluorine-doping. Materials Horizons,
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108 Uniform zeolitic imidazolate framework coating via in situ recoordination for efficient polysulfide
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118 Colloidal Dispersion Stability of CuPc Aqueous Dispersions and Comparisons to Predictions of the
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126 Theoretical study on mechanism for O3-initiated atmospheric oxidation reaction of Î²-caryophyllene.
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