85 3,982 28 62

papers citations h-index g-index

89 4,872 9.9 5.29

ext. papers ext. citations avg, IF L-index



8o

76

e

72

70

KARL T MUELLER

Paper IF Citations

An automated framework for high-throughput predictions of NMR chemical shifts within liquid
solutions. Nature Computational Science, 2022, 2, 112-122

Understanding the Solvation-Dependent Properties of Cyclic Ether Multivalent Electrolytes Using
High-Field NMR and Quantum Chemistry.. Jacs Au, 2022, 2, 917-932

Concentration-dependent ion correlations impact the electrochemical behavior of calcium battery
electrolytes.. Physical Chemistry Chemical Physics, 2021,

Role of a Multivalent lon-Solvent Interaction on Restricted Mg Diffusion in Dimethoxyethane
Electrolytes. Journal of Physical Chemistry B, 2021, 125, 12574-12583 34 4

Pulsed Field Gradient Nuclear Magnetic Resonance and Diffusion Analysis in Battery Research.
Chemistry of Materials, 2021, 33, 8562-8590

Factors Influencing Preferential Anion Interactions during Solvation of Multivalent Cations in
Ethereal Solvents. Journal of Physical Chemistry C, 2021, 125, 6005-6012

Quantifying Species Populations in Multivalent Borohydride Electrolytes. Journal of Physical
Chemistry B, 2021, 125, 3644-3652

Advancing Electrolyte Solution Chemistry and Interfacial Electrochemistry of Divalent Metal
Batteries. ChemElectroChem, 2021, 8, 3013-3029 43

Insights into Spontaneous Solid Electrolyte Interphase Formation at Magnesium Metal Anode
Surface from Molecular Dynamics Simulations. ACS Applied Materials &amp; Interfaces, 2021, 13, 3881 6-38825

Role of Polysulfide Anions in Solid-Electrolyte Interphase Formation at the Lithium Metal Surface in
Li-S Batteries. Journal of Physical Chemistry Letters, 2021, 12, 9360-9367

Origin of Unusual Acidity and Li Diffusivity in a Series of Water-in-Salt Electrolytes. Journal of
Physical Chemistry B, 2020, 124, 5284-5291

Defect-induced anisotropic surface reactivity and ion transfer processes of anatase nanoparticles.
Materials Today Chemistry, 2020, 17, 100290

Energy storage emerging: A perspective from the Joint Center for Energy Storage Research. -
Proceedings of the National Academy of Sciences of the United States of America, 2020, 117, 12550-12557 5

A lithium-sulfur battery with a solution-mediated pathway operating under lean electrolyte
conditions. Nano Energy, 2020, 76, 105041 171 14

Probing Conformational Evolution and Associated Dynamics of
Mg(N(SO2CF3)2)2[Dimethoxyethane Adduct Using Solid-State 19F and 1H NMR. Journal of Physical
Chemistry C, 2020, 124, 4999-5008

Variable Temperature and Pressure Operando MAS NMR for Catalysis Science and Related 5 o
Materials. Accounts of Chemical Research, 2020, 53, 611-619 43 3

Reversible Electrochemical Interface of Mg Metal and Conventional Electrolyte Enabled by

Intermediate Adsorption. ACS Energy Letters, 2020, 5, 200-206




(2017-2020)

Mg Diffusion-Induced Structural and Property Evolution in Epitaxial FeO Thin Films. ACS Nano, 2020

68 14 14887-14894 167 3

Role of Solvent Rearrangement on Mg Solvation Structures in Dimethoxyethane Solutions using
Multimodal NMR Analysis. Journal of Physical Chemistry Letters, 2020, 11, 6443-6449

Adsorption and Thermal Decomposition of Electrolytes on Nanometer Magnesium Oxide: An in Situ

C MAS NMR Study. ACS Applied Materials &amp; Interfaces, 2019, 11, 38689-38696 95 12

The formation of Gluconacetobacter xylinum cellulose under the influence of the dye brilliant
yellow. Cellulose, 2019, 26, 9373-9386

A multi-functional interface derived from thiol-modified mesoporous carbon in lithiumBulfur

64 batteries. Journal of Materials Chemistry A, 2019, 7, 13372-13381 13 1

Evolution of lonlbn Interactions and Structures in Smectic lonic Liquid Crystals. Journal of Physical
Chemistry C, 2019, 123, 20547-20557

Role of Inorganic Surface Layer on Solid Electrolyte Interphase Evolution at Li-Metal Anodes. ACS
Applied Materials &amp; Interfaces, 2019, 11, 31467-31476 95 47

Mechanism by which Tungsten Oxide Promotes the Activity of Supported V O /TiO Catalysts for NO
Abatement: Structural Effects Revealed by V MAS NMR Spectroscopy. Angewandte Chemie -
International Edition, 2019, 58, 12609-12616

Mechanism by which Tungsten Oxide Promotes the Activity of Supported V205/TiO2 Catalysts for
60  NOX Abatement: Structural Effects Revealed by 51V MAS NMR Spectroscopy. Angewandte Chemie, 3.6 30
2019, 131, 12739-12746

Monitoring solvent dynamics and ion associations in the formation of cubic octamer polyanion in
tetramethylammonium silicate solutions. Physical Chemistry Chemical Physics, 2019, 21, 4717-4720

3 Structure and Dynamics of Polysulfide Clusters in a Nonaqueous Solvent Mixture of 1,3-Dioxolane 6 6
5 and 1,2-Dimethoxyethane. Chemistry of Materials, 2019, 31, 2308-2319 9: 3
Addressing Passivation in LithiumBulfur Battery Under Lean Electrolyte Condition. Advanced
Functional Materials, 2018, 28, 1707234

56 In situ and ex situ NMR for battery research. Journal of Physics Condensed Matter, 2018, 30, 463001 1.8 22

Lean Electrolyte Batteries: Addressing Passivation in LithiumBulfur Battery Under Lean Electrolyte
Condition (Adv. Funct. Mater. 38/2018). Advanced Functional Materials, 2018, 28, 1870275

Calculations of solid-state Ca NMR parameters: A comparison of periodic and cluster approaches

54 and an evaluation of DFT functionals. Journal of Computational Chemistry, 2017, 38, 949-956 35 18

Surface Interactions and Confinement of Methane: A High Pressure Magic Angle Spinning NMR and
Computational Chemistry Study. Langmuir, 2017, 33, 1359-1367

Semi-empirical refinements of crystal structures using O quadrupolar-coupling tensors. Journal of 3
52 Chemical Physics, 2017, 146, 064201 39 1

In Situ Chemical Imaging of Solid-Electrolyte Interphase Layer Evolution in LiB Batteries. Chemistry

of Materials, 2017, 29, 4728-4737




KARL T MUELLER

° Improving Lithium-Sulfur Battery Performance under Lean Electrolyte through Nanoscale 1
5 Confinement in Soft Swellable Gels. Nano Letters, 2017, 17, 3061-3067 599

Toward high-resolution NMR spectroscopy of microscopic liquid samples. Physical Chemistry
Chemical Physics, 2017, 19, 14256-14261

3 Multinuclear NMR Study of the Solid Electrolyte Interface Formed in Lithium Metal Batteries. ACS
4 Applied Materials &amp; Interfaces, 2017, 9, 14741-14748 95

Elucidating the Solvation Structure and Dynamics of Lithium Polysulfides Resulting from
Competitive Salt and Solvent Interactions. Chemistry of Materials, 2017, 29, 3375-3379

6 Ammonium Additives to Dissolve Lithium Sulfide through Hydrogen Binding for High-Energy
4 Lithium-Sulfur Batteries. ACS Applied Materials &amp; Interfaces, 2017, 9, 4290-4295 95 51
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