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Computational Tools for Calculating log 12 Values of Geochemically Relevant Uranium Organometallic

Complexes. Journal of Physical Chemistry A, 2018, 122, 8007-80109. 2:5 10

Defining the molecular properties of N-nitrosodimethylamine (NDMA) precursors using
computational chemistry. Environmental Science: Water Research and Technology, 2017, 3, 502-512.

Model study on the influence of plant design, photochemistry and meteorology on atmospheric
concentrations of nitrosamines and nitramines in vicinity of an amine-based CO 2 capture facility. 4.6 1
International Journal of Greenhouse Gas Control, 2017, 65, 203-217.

A theoretical study of the reaction kinetics of amines released into the atmosphere from CO2 capture.
International Journal of Greenhouse Gas Control, 2015, 41, 219-228.

Atmospheric Chemistry Modelling of Amine Emissions from Post Combustion CO2 Capture
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Competition between photodetachment and autodetachment of the $m {2*1pi pi ~*}$21I€i€* state of
the green fluorescent protein chromophore anion. Journal of Chemical Physics, 2014, 140, 205103.

Taking the green fluorescence out of the protein: dynamics of the isolated GFP chromophore 74 75
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Physical Chemistry C, 2008, 112, 1040-1047.

Lactonisationa€”a degradation pathway for active pharmaceutical compounds: an in silico study in
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The glass transition temperatures of amorphous trehalosed€“water mixtures and the mobility of water:
an experimental and in silico study. Carbohydrate Research, 2007, 342, 1470-1479.

Correlation of melting points of inositols with hydrogen bonding patterns. CrystEngComm, 2006, 8,
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Adsorption of Methanol on Zeolites X and Y. An Atomistic and Quantum Chemical Study. Journal of
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Glass Transition Temperature of Glucose, Sucrose, and Trehalose:8€%. An Experimental and in Silico Study.
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Tetrahedral Distortion and Energetic Packing Penalty in 4€ceZeolited€-Frameworks:A Linked Phenomena?. 06 2
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Probing the Acid Strength of BrAnsted Acidic Zeolites with Acetonitrile:A Quantum Chemical

Calculation of1H,15N, and13C NMR Shift Parameters. Journal of Physical Chemistry B, 2004, 108,
7142-7151.

Probing the Acid Strength of BrAnsted Acidic Zeolites with Acetonitrile:A An Atomistic and Quantum 26 58
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Evidence for heterodimers of 2,4,5-trichlorophenol on planar lipid layers. A FTIR-ATR investigation.
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Modeling the framework stability and catalytic activity of pure and transition metal-doped zeotypes.
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Intramolecular interactions in ortho-substituted phenols: survey of DFT-B3LYP calculated data. N 39
Journal of Molecular Structure, 1998, 448, 191-199. :



