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Electrochemistry of ethanol and dimethyl ether at a
Pt electrode in a protic ionic liquid: the electrode
poisoning mechanism
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Structure and self-diffusivity of alkali-halide
electrolytes in neutral and charged graphene
nanochannels
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Origin of stronger binding of ionic pair (IP) inhibitor
to Ap42 than the equimolar neutral counterparts:
synergy mechanism of IP in disrupting Ap42
protofibril and inhibiting Ap42 aggregation under
two pH conditions
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estimating thermodynamic parameters of
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Adhesion and friction behaviors of a y-Fe/diamond
heterogeneous contact interface: a density
functional theory study
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How complex—surface interactions modulate the
spin transition of Fe(n) SCO complexes supported
on metallic surfaces?
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Unveiling the correlation between the catalytic
efficiency and acidity of a metal-free catalyst in a
hydrogenation reaction. A theoretical case study
of the hydrogenation of ethene catalyzed by a
superacid arising from a superhalogen
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Two-dimensional Dirac TiB,C, as a potential anode
material for Li-ion batteries: a first-principles study
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Incorporating ion-specific van der Waals and soft
repulsive interactions in the Poisson—Boltzmann
theory of electrical double layers
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Excitonic ground states in phosphorene nanoflakes
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