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Comprehensive analysis unveils altered binding
kinetics of 5-/6-methylCytosine/adenine
modifications in R2R3-DNA system
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Simulation of conformality of ALD growth inside
lateral channels: comparison between a
diffusion—reaction model and a ballistic
transport—reaction model
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Glucose exchange parameters in a subset of
physiological conditions
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The polarized electric field of CdTe/B4C3
heterostructure efficiently promotes its
photocatalytic overall water splitting

Minglei Jia, Fengzhu Ren,* Wenna Han, Pengyu Liu,
Chao Jin, Xuefeng Chen, Chengxiao Peng and
Bing Wang
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understanding the role of Cl doping

from ab initio calculations
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Piezoelectric manipulation of spin—orbit coupling in
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Stabilizing tetramethylammonium lead iodide
perovskite and exploring its electronic and optical
absorption for solar cell absorber application
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Phase transition of titanium dioxide based on
quantum dynamics
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Controlled Ni doping on a g-C3N4/CuWO,
photocatalyst for improved hydrogen evolution

Purashri Basyach, Jyotirmoy Deb, Saddam Sk,
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The effects of defects on the transport mechanisms
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Light-responsive organic polaritons from first
principles
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The influence of force fields on the structure and
dynamics of water confined in ZIF-8 from atomistic
simulations

Jing Wang and Shi-Jie Xie*
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Increase in anionic FesO4 nanoparticle-induced
membrane poration and vesicle deformation due to
membrane potential — an experimental study
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A MXene-BiFeO3—ZnO nanocomposite
photocatalyst served as a high-performance
supercapacitor electrode

Riya Nag, Sayan Das, Debu Das, Adyam Venimadhav and
Abhijit Bera*
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Functionalized two-dimensional iron boride
compounds as novel electrode materials in Li-ion
batteries
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Exploring the local work function of metallic
materials at the nanoscale: the influence of
neighboring phases
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The local work function distribution is
determined by the solid angle

Encostat ptental 0V)

&
@ (R) = Zin,m)
T

local work function (eV)

The simplest Criegee intermediate CH,OO reaction
with dimethylamine and trimethylamine: kinetics
and atmospheric implications
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Reductant-dependent DNA-templated silver
nanoparticle formation kinetics
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Theoretical exploration of the bromine substitution
effect and hydrostatic pressure responsive
mechanism for room temperature phosphorescence

Qingfang Mu, Huanling Liu, Yuzhi Song, Chuan-Kui Wang,
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Efficient charge separation and transfer in a
one-dimensional carbon nanotube/tungsten
oxide p—n heterojunction composite for solar
energy conversion
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Intramolecular dimer formation reveals anomalous
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Fe-doped carbon nanotubes: towards the molecular
design of new catalysts for the oxygen reduction
reaction
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New insights into phase transition behavior and
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Electronic and photophysical properties of an
atomically thin bowl-shaped beryllene encapsulated
inside the cavity of [6]cycloparaphenylene
(Be,@[6]CPP)
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Mohmmad Faizan, Omshireesh Chedupaka,
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Polysulfide induced synthesis of a MoS; self-
supporting electrode with wide-layer-spacing
for efficient electrocatalytic water splitting

Ningbo Yu, Jianzhi Wang, Hongliang Yu, Daichunzi Yang,
Wentao Luo, Xiao Lin, Yanping Liu, Ning Cai, Yanan Xue
and Faquan Yu*

150

~ 100 | Ni

Jj(mA cm

S« MoS,
S50 NisS, Layer

14 1.6 1.8
Potential (V vs RHE)

Rational design of selective functionalized silica
adsorbents for Hg(i) removal from FGD wastewater.
A combined experimental and theoretical study
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Cu-doped mesoporous SnO, nanoparticles with
rich grain boundaries and oxygen vacancies for
photocatalytic CO,-to-CO conversion

Guohui Li, Pengyu Li, Zhi Ge, Dawei Yan, Wei Sun,
Yuanyuan Sun* and Xiaoxia Zhou
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