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anode: effects of boron-incorporation and
strain-engineering on the adsorption and
diffusion of lithium
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Paratropic ring currents discovered in
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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*
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Atmospheric chemistry of (E)-1,2-difluoroethene:
kinetics and mechanisms of the reactions with Cl
atoms, OH radicals and O3

Mads. P. Sulbaek Andersen,* Ellen R. Kjaergaard,
Connor Blair and Ole J. Nielsen

25

201 + O
L HFO-1132E F |
3 b F/\/ + C
:EW + 0,

i l L L |

600 1000 1400 1800 2200 Wavenumber

NMR relaxometry probes solvent-polarity-
dependent molecular interactions in
stimuli-responsive lyogels

Muhammad Adrian,* Kathrin Marina Eckert,

M. Raquel Serial, Artyom Tsanda, Lukas Rennpferdt,
Stefan Benders, Hoc Khiem Trieu, Tobias Knopp,
Irina Smirnova and Alexander Penn

NMR relaxometry

swelling effect
4

Macroscopic S
lyogels ‘{\@\ ot
xS

ﬁ x shrinking effect
/0;,/0 '
Sopl%, . Soov
/"5/7/ & B
>

Restricted

Norm. magnitude -]

10°

Bound
solvent \

10

T 10t
Time [s]

Restricted]
Solvent

Norm. magnitude [-]

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

Nadi Mlihan Alresheedi
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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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Molecular origin of high-concentration cellulose
dissolution in organic acid media: a combined
experimental and computational study
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Effects of substrate length and active-site residue
on catalytic function of fatty acid
photodecarboxylase

Min-Shih Su and Ya-Ting Kao*

This journal is © the Owner Societies 2026


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 1/30/2026 3:18:11 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

Enhancing energy transport utilising permanent
molecular dipoles
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Non-adiabatic quantum dynamics of polycyclic
aromatic hydrocarbons exhibiting anti-Kasha
emission from the S, state
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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
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X-ray exposure effects on carboxylic-terminated
self-assembled monolayers and change in the
interface electronic structure

Ahlam R. M. Alharbi, Ingo Képer and
Gunther G. Andersson*
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in ionic conductivity in the glassy phase of
[BmIm][NTf,] ionic liquid under nano-confinement:
PALS and BDS investigations

Shapath Bhandari, Jaideep Mor, Debasis Sen,
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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

This journal is © the Owner Societies 2026


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 1/30/2026 3:18:11 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

Effects of self-assembled monolayers on thermal Heatgink LiF/Elcctrolyte LiF/Electrolyte  Heat source
and lithium-ion transport at the SEI/PEO-based R L B Bt B
polymer electrolyte interface: a molecular dynamics
study

Fixed layer

Kang Yi and Dongwei Xu*
PE: PO

paN:hELLLL

PAA: LX)

A silicon single atom anchored on an a-BS
monolayer for efficient electrocatalytic nitric
oxide reduction to ammonia

Yongxu Fu, Hu Li, Qingbo Kang, Jiangke Li, Minghui Wu,
Lei Liu, Xiaobing Yan, Weichao Wang and Linxia Wang*

Modelling of water evaporation in hydrogels 5 LF af cestetres
considering the state of water in tension ( i__ sl S E———— ’\

. <
Zehua Yu, Yongshun Ren and Kang Liu* ,\C‘\Jriiv\emme 3 SSpstEs

j e g 24 model predictions < -
stretch i .
o
s ® Q.
L R = g1
! > 100 80 60 40 20 0

swelling state after evaporation Water content (vol%)

COMMENTS

Comme_nt on ”Air-st_able double _halide pe_rov§kits Cs,CuUBIBr, (simulated)
Cs,CuBiBrg: synthesis and memristor application
by A. Betal, A. Chetia, D. Saikia, K. Karmakar,

G. Bera, N. V. Dambhare, A. K. Rath and S. Sahu, ' '] * l | b

Intensity (a.u.)

Phys. Chem. Chem. Phys., 2025, 27, 3150 "Cs,CuBiBrg"
(measured by Betal. et al.)
Lixia Xiao, Junwei Guo, Gang Tang and Zewen Xiao* . e 1 1 N
0 20 3 4 5 6 70
26 (deg.)

This journal is © the Owner Societies 2026 Phys. Chem. Chem. Phys., 2026, 28, 987-1012 | 1011


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 1/30/2026 3:18:11 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

COMMENTS

—— powder sample

(400)

"?: g 8 —
afsg 88 .58
= g 7
_-E' I“ l Mn_.w LAA-AALM
® F
(=3 —— Simulated
3
et
1 l| ul.. I B O T
2 60

40
20 (degree)

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

Reply to the ‘Comment on “Air-stable double halide
perovskite Cs,CuBiBrg: synthesis and memristor
application” by L. Xiao, J. Guo, G. Tang and

Z. Xiao, Phys. Chem. Chem. Phys., 2025, 27,

DOI: 10.1039/D5CP00194C

Atanu Betal, Anupam Chetia, Dibyajyoti Saikia,
Krishnendu Karmakar and Satyajit Sahu*

This journal is © the Owner Societies 2026


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



