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aided by hydrostatic pressure in lead-free
multiferroic solid solutions
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(OER/ORR): a theoretical study
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Intrinsic bond strength index as a halogen bond
interaction energy predictor
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Assessment of the properties of natural-based chiral
deep eutectic solvents for chiral drug separation:
insights from molecular dynamics simulation
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Synergistic effects of rare earth doping and carbon
quantum dots on BiOF/Bi,MoOg¢ heterojunctions for
enhanced visible-near-infrared photocatalysis
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Limitations of non-polarizable force fields in
describing anion binding poses in hon-polar
synthetic hosts

David Seiferth, Stephen J. Tucker and Philip C. Biggin*
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Spin-state energetics and magnetic anisotropy in
penta-coordinated Fe(in) complexes with different
axial and equatorial ligand environments

Shalini Joshi, Sabyasachi Roy Chowdhury and
Sabyashachi Mishra*
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Preferred microenvironments of halogen bonds and
hydrogen bonds revealed using statistics and QM/
MM calculation studies
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