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B,Cy as a high-performance Li-ion battery
anode: effects of boron-incorporation and
strain-engineering on the adsorption and
diffusion of lithium

Rui Shen, Hao Cheng, Guo-Xiang Gao, Xin-Yue Li,
Chun-Sheng Liu* and Xiao-Juan Ye*
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Paratropic ring currents discovered in
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Impacts of vacancy defects and element
substitution on the electrical transport
properties of 0-Al,Cu and : A NEGF-DFT study
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Unveiling the HER potential of TM-substituted
PdTe, monolayers: a first-principles study

Poonam Parkar, Ajay Chaudhari* and
Brahmananda Chakraborty*
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Structure-based virtual screening and MD
refinement reveal novel inhibitors of
Escherichia coli arginyl-tRNA synthetase

M. Bilal Tayyab and Jianshu Dong*
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Completing the hierarchy of rotational defects in
monolayer MoS, through symmetry-aware
evolutionary search

Alexander Adel, Ralf Wanzenbdéck and
Georg K. H. Madsen*

0,0 _0 0 _0_0O_0_0

0,0 0 0 0 0 0 O

S B 0 06 0 0 0 0

7N

6VSZ

Atmospheric chemistry of (E)-1,2-difluoroethene:
kinetics and mechanisms of the reactions with Cl
atoms, OH radicals and O3
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Development of a novel direct Z-scheme Sb,WOg/
AgzPO, nanocomposite with sustainable design for
simultaneous electrochemical detection of Pb®*
and photocatalytic degradation of RhB dye
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First-principles investigation of oxygen interstitial
solubility, site preference, and nucleation behavior
in BCC-Fe doped with rare earth elements

(Y, La, Ce)

Liangfu Zhou, Zeyu Wang, Kaigi Li, Xiaoyang Fu, Rui Ma,
Ruixue Tian, Jun Cheng and Lei Ren*
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Perturbation-assisted observation of the lowest
vibrational level of the b1, state of ultracold LiK
molecules

Anbang Yang, Xiaoyu Nie, Hao Lin Yu, Yiming Liu,
Victor Avalos, Canming He, Jacek Ktos,
Svetlana Kotochigova and Kai Dieckmann*
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Thermodynamic and kinetic studies of the
hydrolysis mechanism of halide solid state
electrolytes LizMClg (M = In, Y)
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Molecular origin of high-concentration cellulose
dissolution in organic acid media: a combined
experimental and computational study

Kanta Hayashi, Tomoya Tashiro, Tomohiro Hashizume,
Takashi Watanabe and Kenta Fujii*

This journal is © the Owner Societies 2026

Phys. Chem. Chem. Phys., 2026, 28, 987-1012 | 1005


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp90007k

Open Access Article. Published on 14 January 2026. Downloaded on 2/20/2026 10:34:36 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

N
Fluorescence

| Stability
nput sequence landscape landscape
XITLRKFIGNINXTKE = =
PPLELWFE " p %r—J N
- I
’ Pretrained language model |
LMProtein { ~ ESM2 J
G CNN+LSTM
Protein structural I’—Jﬁ
properties

( Sencondary ) Backbone )
structure dihedral angels ‘

LMProtein: a protein language model based
framework for protein structural property
prediction

Yongna Yuan,* Hui Luo and Yaojie Tian

Comparative Structural Analysis: PtCo vs PtNi Bimetallic Clusters

 PiCo Optimal
% PINi Optimal

(o) Msouz F

£

MCDE Algorithm

Comparative structural analysis of PtCo and PtNi
bimetallic clusters: a systematic study using the
MCDE algorithm

Miao He, Xiaomin Wu,* Ruoyu Gan, Lin Tao and
Yuheng Chen

e Ay - Phase diagram and dynamics of the edge oxidation
- .
d oy ot "‘4 s of CsN monolayers in O, atmosphere from
{}{3'{ - g% % - % first-principles calculations
< p<
4"'}4",'
zee Zon ! Zhongyue Li, Nan Zhao, Haitao Chen* and Liang Zhao*
- S s - 1N
- ;  —> e
‘ceceliiiieo’. .SeSSi Gert

Four types of CsN edges can be easily oxidized at O atmospheres.

y\’%;é,;im

'N170

1006 | Phys. Chem. Chem. Phys., 2026, 28, 987-1012

Effects of substrate length and active-site residue
on catalytic function of fatty acid
photodecarboxylase

Min-Shih Su and Ya-Ting Kao*
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Enhancing energy transport utilising permanent
molecular dipoles

Adam Burgess* and Erik M. Gauger

Non-adiabatic quantum dynamics of polycyclic
aromatic hydrocarbons exhibiting anti-Kasha
emission from the S, state

Nikita A. Shekhovtsov* and Mark B. Bushuev*
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A study of Frenkel frequency and heat capacity as a
function of pressure and temperature using a new
approach to the phonon theory of liquids

M. Y. Esmer* and Bahtiyar A. Mamedov
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A switchable and tunable THz metasurface absorber
with broadband and dual-band absorption features

Usama Arif, Amna Inayat, Muhammad Mohsin,
Muhammad Fasih, Jiang Yue and Wei Su*
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Interpretable machine learning framework for
predicting the reactivity of trifluoromethylating
reagents

Vaneet Saini* and Shivansh Kanwar
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Coordination of lead(n) in solvated clusters with
water [Pb(H,0);_g]**: insights from relativistic
effects, energy analysis, molecular orbitals, and
electron density

Andy D. Zapata-Escobar,* Franklin Ferraro, Edison Flérez
and Alejandro F. Maldonado*
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X-ray exposure effects on carboxylic-terminated
self-assembled monolayers and change in the
interface electronic structure
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in ionic conductivity in the glassy phase of
[BmIm][NTf,] ionic liquid under nano-confinement:
PALS and BDS investigations
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Evaluating the strength of molecular interactions
in a deep eutectic solvent (DES) by means of
ionization mechanisms involved in cold-spray
ionization mass spectrometry and by DFT
calculations
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SIFT-MS analysis of amines: unusually efficient O,
addition to the radical cation product

Christoph Schaefer,* Kseniya Dryahina, Patrik Spanél,
Mark J. Perkins and Vaughan S. Langford
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