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Reactions of N,O and CO on neutral Rh;o0,
clusters: a density functional study
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copper nanoparticles
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First principles simulations of MgO(100) surface
hydration at ambient conditions
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four vacancy centers as potential electrocatalysts
for the oxygen reduction reaction
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Anchoring and catalytic insights into bilayer C4N3
material for lithium—selenium batteries: a
first-principles study
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Tuo Zheng, Qingshun Li and Shuwei Tang*
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Theoretical prediction of two-dimensional
ferromagnetic Mn,X; (X = As, Sb) with strain-
controlled magnetocrystalline anisotropy
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films through surface segregation of carbon
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Coupling at the molecular scale between the
graphene nanosheet and water and its effect
on the thermal conductivity of the nanofluid

Xiong Pan, Hanhui Jin,* Xiaoke Ku, Yu Guo and
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Temperature driven transformations of glycine
molecules embedded in interstellar ice
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of molecular descriptors: correlation and causation
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Vibrational and cohesive properties in 4d and 5d
transition metals: systematics and interrelations
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absorber based on a titanium nitride metamaterial
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A zero-dimensional hybrid copper(l) bromide single
crystal with highly efficient green emission

Yingui Gao, Zhihuang Xu, Liwang Ye, Yuanjie Wang and
Xinxin Zhuang*
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Morphologies and magnetic properties of a-Fe,O3
nanoparticles calcined at different temperatures
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reactions: a case of peroxy radical addition to
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Two-photon chemistry of tetrahydrofuran in
clathrate hydrates
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BiVO, studied using density functional theory and
XPS experiments
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Chemical bonding effects in Sc compounds studied
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spectroscopies
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