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Design**. Angewandte Chemie, 2021, 133, 17622-17631. :

Mechanosynthesis of Higherd€Order Cocrystals: Tuning Order, Functionality and Size in Cocrystal
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Experimental and theoretical characterization of the interfacial adhesion of 2D heterogeneous

materials: A review. Journal of Micromechanics and Molecular Physics, 2021, 06, 31-48. 12 4

Expanding the crystal form landscape: emerging computational tools for the discovery of eutectic
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Investigating the solid-state assembly of pharmaceutically-relevant N,N-dimethyl-O-thiocarbamates in
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Porous organic polymer composites as surging catalysts for visible-light-driven chemical
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Photochemistry Reviews, 2019, 41, 100319.

Towards the systematic crystallisation of molecular ionic cocrystals: insights from computed
crystal form landscapes. Faraday Discussions, 2018, 211, 401-424.

Applications of crystal structure prediction 4€“ inorganic and network structures: general discussion. 3.9 6
Faraday Discussions, 2018, 211, 613-642. :

Structure searching methods: general discussion. Faraday Discussions, 2018, 211, 133-180.

Crystal structure evaluation: calculating relative stabilities and other criteria: general discussion. 3.9 ;
Faraday Discussions, 2018, 211, 325-381. :

Applications of crystal structure prediction & organic molecular structures: general discussion.

Faraday Discussions, 2018, 211, 493-539.

From serendipity to supramolecular design: assessing the utility of computed crystal form landscapes

in inferring the risks of crystal hydration in carboxylic acids. CrystEngComm, 2018, 20, 6026-6039. 2.6 13
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Solvent inclusion in the crystal structure of bis[(adamantan-1-yl)methanaminium chloride] 1,4-dioxane

hemisolvate monohydrate explained using the computed crystal energy landscape. Acta
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Using crystal structure prediction to rationalize the hydration propensities of substituted
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Towards crystal structure prediction of complex organic compounds &€ a report on the fifth blind
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Acids. Crystal Growth and Design, 2009, 9, 2881-28809. :

Discovery of three polymorphs of 7-fluoroisatin reveals challenges in using computational crystal
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