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A near-infrared luminescent organic radical with
switchable emission and SOMO-HOMO inversion
via a protonation/deprotonation process
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Proton-induced switchable emission from SOMO-HOMO inversion

Predicting a new class of diamond-supported
transition-metal single-atom catalysts for
hydrogen evolution

Sheng Qin, Ke Ding, Kaiye Zheng, Bifa Ji,*
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A molecular titration strategy: utilizing a built-in
electric field to measure the lithium diffusion
coefficient in LiFePO4

Zexin Lin, Zhihao Deng, Xianrun Cao, Lu Guo,

Feifei Zhang, Sheng Liu,* Juezhi Yu* and
Gangfeng Ouyang
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Inferring networks of chemical reactions by
curvature analysis of kinetic trajectories
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A non-metal doped VTe, monolayer: theoretical
insights into the enhanced mechanism for the
hydrogen evolution reaction
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insights from sum-frequency spectroscopy of Ti—-O
vibrations
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Multi-scale modeling and experimental
investigation of oxidation behavior in platinum
nanoparticles
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The role of iron in the electronic configuration of
mixed nickel iron oxides for the oxygen evolution
reaction
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Correlation between free volume structure and
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electrolyte: an investigation using positron
annihilation and broadband dielectric spectroscopy
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Identification and characterization of binding
thermodynamics and kinetics of inhibitors targeting
FGFR1 via molecular modelling and ligand Gaussian
accelerated molecular dynamics simulations

Subhasmita Mahapatra and Parimal Kar*
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Spectral mechanisms of solid/liquid interfacial heat
transfer in the presence of a meniscus
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Mykola Isaiev*

Theoretical investigation of the ultralow thermal
conductivity of 2D PbTe via a strain regulation
method
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and Ning Wang*

Effect of microhydration on the aromatic charge
resonance interaction: the case of the pyrrole
dimer cation

Dashjargal Arildii, Yoshiteru Matsumoto and
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First-principles investigation of the phase diagram
and superconducting properties of the Sc—Mg—H
system under high pressure

Zhen Qin, Wenging Zhang, Shichang Li,* Ying Chang,
Chunbao Feng, Bole Chen and Dengfeng Li*
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Hybrid moiré excitons in a strained heterobilayer
of transition metal dichalcogenides

Houssem Eddine Hannachi* and Sihem Jaziri
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The role of local orbital hybridization in band gap
opening and magnetism induced by single-atom
doping in graphene
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Investigation of the structure and dynamics

of amorphous calcium carbonate by NMR:
stabilization by poly-aspartate and comparison
to monohydrocalcite
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and Pd,(xO) nanoclusters
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Revealing water structure modification by a
sodium—glucose cotransporter-2 inhibitor-type
antidiabetic drug with p-(+)-glucose in aqueous
media
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Structural, thermodynamic, electrical and dielectric
properties of SrZnP,05 diphosphates compared to
SrA" P,O; (A = Sr and Ni) with analysis of OLPT
conduction mechanism
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