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The controlled in-situ growth of silver-halloysite nanostructure via interaction bonds to reinforce
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Electronic Regulation of ZnCo Dualâ€•Atomic Active Sites Entrapped in 1D@2D Hierarchical Nâ€•Doped
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15 Trimetallic Sulfide Hollow Superstructures with Engineered dâ€•Band Center for Oxygen Reduction to
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17 Accelerating conversion of LiPSs on strain-induced MXene for high-performance Li-S battery. Chemical
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24 Structural properties and electrochemical performance of different polymorphs of Nb2O5 in
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Novel graphitic carbon nitride g-C<sub>9</sub>N<sub>10</sub> as a promising platform to design
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27 Significantly enhancing the dielectric constant and breakdown strength of linear dielectric polymers
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28 Znâ€“Co Zeolitic Imidazolate Framework Nanoparticles Intercalated in Graphene Nanosheets for
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30 Atomistic Modeling of PEDOT:PSS Complexes I: DFT Benchmarking. Macromolecules, 2021, 54, 3634-3646. 2.2 14
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32 Quicker and More Zn<sup>2+</sup> Storage Predominantly from the Interface. Advanced Materials,
2021, 33, e2100359. 11.1 111

33 Atomic-Level Modulation of the Interface Chemistry of Platinumâ€“Nickel Oxide toward Enhanced
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34 Atomistic Modeling of PEDOT:PSS Complexes II: Force Field Parameterization. Macromolecules, 2021,
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Revealing the Multiâ€•Electron Reaction Mechanism of
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Diastereodivergent 1,3â€•Dipolar Cycloaddition of Î±â€•Fluoroâ€•Î±,Î²â€•Unsaturated Arylketones and Azomethine
Ylides: Experimental and Theoretical DFT Studies. European Journal of Organic Chemistry, 2021, 2021,
5530-5535.
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51 Lowâ€•Bandgap Seâ€•Deficient Antimony Selenide as a Multifunctional Polysulfide Barrier toward
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54 â€œSoft on rigidâ€• nanohybrid as the self-supporting multifunctional cathode electrocatalyst for
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Catalysis B: Environmental, 2020, 279, 119396. 10.8 251
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computational characterization and experimental design. Nano Research, 2020, 13, 2299-2307. 5.8 36
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Lithiumâ€“Sulfur Batteries. ACS Applied Materials &amp; Interfaces, 2020, 12, 9181-9189.

4.0 36
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68 Accurate Binding Energies for Lithium Polysulfides and Assessment of Density Functionals for
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69
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85 Advances in molecular quantum chemistry contained in the Q-Chem 4 program package. Molecular
Physics, 2015, 113, 184-215. 0.8 2,561
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90 Benchmark Database for Ylidic Bond Dissociation Energies and Its Use for Assessments of Electronic
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94 Generalized Gradient Approximation That Recovers the Second-Order Density-Gradient Expansion with
Optimized Across-the-Board Performance. Journal of Physical Chemistry Letters, 2011, 2, 1991-1997. 2.1 171

95
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99 Theoretical study on mechanism for O3-initiated atmospheric oxidation reaction of Î²-caryophyllene.
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100 Binding energy of d10 transition metals to alkenes by wave function theory and density functional
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105 Colloidal Dispersion Stability of CuPc Aqueous Dispersions and Comparisons to Predictions of the
DLVO Theory for Spheres and Parallel Face-to-Face Cubes. Langmuir, 2010, 26, 6995-7006. 1.6 23

106 The Minnesota Density Functionals and their Applications to Problems in Mineralogy and
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0.5 23,928

116 Benchmarking approximate density functional theory for s/d excitation energies in 3d transition metal
cations. Journal of Computational Chemistry, 2008, 29, 185-189. 1.5 61

117 Density Functionals with Broad Applicability in Chemistry. Accounts of Chemical Research, 2008, 41,
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126 How Well Can New-Generation Density Functionals Describe Protonated Epoxides Where Older
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1.1 30
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2.3 207
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2.3 3,329
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144 The 6-31B(d) Basis Set and the BMC-QCISD and BMC-CCSD Multicoefficient Correlation Methods.
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