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LiFa€“ZrF<sub>4<[sub> Molten Salts. Journal of Physical Chemistry B, 2022, 126, 1539-1550.
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Correlational Approach to Predict the Enthalpy of Mixing for Chloride Melt Systems. ACS Omega,
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Crystallization of A<sub>3</[sub>Ln(BO<sub>3<[sub>)<sub>2<[sub> (A = Na, K; Ln = Lanthanide) from a
Boric Acid Containing Hydroxide Melt: Synthesis and Investigation of Lanthanide Borates as Potential
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Interplay between London Dispersion, Hubbard U, and Metastable States for Uranium Compounds.

Journal of Physical Chemistry A, 2021, 125, 2791-2799. %5 4

Developing Practical Models of Complex Salts for Molten Salt Reactors. Thermo, 2021, 1, 168-178.

Dimensional reduction upon calcium incorporation in
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Targeting complex plutonium oxides by combining crystal chemical reasoning with density-functional
theory calculations: the quaternary plutonium oxide Cs2PuSi6O15. Chemical Communications, 2020,
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The effect of cesium content on the thermodynamic stability and chemical durability of (Ba, Cs) 1.33 2.8 5
(ALTi) 8 O 16 hollandite. Journal of the American Ceramic Society, 2020, 103, 7310-7321. ’

NaGaS<sub>2<[sub>: An Elusive Layered Compound with Dynamic Water Absorption and Wided€Ranging
lon&€Exchange Properties. Angewandte Chemie, 2020, 132, 10928-10933.

Understanding the interface interaction between U3Si2 fuel and SiC cladding. Nature

Communications, 2020, 11, 2621. 12.8 11
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Polymorphism and Molten Nitrate Salt-Assisted Single Crystal to Single Crystal lon Exchange in the
Cesium Ferrogermanate Zeotype: CsFeGeO<sub>4</sub>. Inorganic Chemistry, 2020, 59, 9699-9709.

Exploring the links between crystal chemistry, cesium retention, thermochemistry and chemical
durability in single-phase (Ba,Cs)1.33(Fe,Ti)8016 hollandite. Journal of Materials Science, 2020, 55, 3.7 12
6401-6416.

Complex cobalt silicates and germanates crystallizing in a porous three-dimensional framework

structure. CrystEngComm, 2020, 22, 1112-1119.

NaGaS 2 : An Elusive Layered Compound with Dynamic Water Absorption and Wided€Ranging lon&d€Exchange
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New germanate and mixed cobalt germanate salt inclusion materials: [(Rb6F)(Rb4F)][Ge14032] and

[(Rb6F) (Rb3.1C00.9F0.96)][C03.8Ge10.2030F2]. CrystEngComm, 2020, 22, 8072-8080.

Salt-flux synthesis, crystal structure and theoretical characterization of Rb0.74Ga6.62Ti0A-38011. Solid 3.9 o
State Sciences, 2020, 109, 106394. :

Observation of the Same New Sheet Topology in Both the Layered Uranyl Oxide-Phosphate
Cs11[(U02)12(P0O4)3013] and the Layered Uranyl Oxyfluoride-Phosphate Rb11[(U02)12(PO4)3012F2]
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Flux crystal growth of uranium(<scp>v</scp>) containing oxyfluoride perovskites. Inorganic 6.0 1
Chemistry Frontiers, 2019, 6, 3203-3214. :

Discovery of Cs<sub>2<[sub>(UO<sub>2<[sub>)Al<sub>2<[sub>O<sub>5<[sub> by Molten Flux
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Unit. Inorganic Chemistry, 2019, 58, 4099-4102.

Thermodynamic assessment of the hollandite higha€bevel radioactive waste form. Journal of the 3.8 6
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AlRaline earth ion exchange study of pure silica LTA zeolites using periodic first-principles
calculations. New Journal of Chemistry, 2019, 43, 16835-16840.
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A Family of Layered Phosphates Crystallizing in a Rare Geometrical Isomer of the Phosphuranylite
Topology: Synthesis, Characterization, and Computational Modeling of
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Hydrothermal Conditions. Inorganic Chemistry, 2018, 57, 4244-4247. ’
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Uranyl Phosphates
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Thermodynamics. Scientific Reports, 2018, 8, 15294. 33 8
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Communication: First-principles evaluation of alkali ion adsorption and ion exchange in pure silica 2.0 °
LTA zeolite. Journal of Chemical Physics, 2018, 149, 131102. :
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