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optical properties and strain effects
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First-principles study of magnetic properties and
electronic structure of 3d transition-metal
atom-adsorbed SnSSe monolayers
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Nanostructure and thermal characteristics of
silica/human serum albumin systems based on
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absorbers in perovskite solar cells
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Biaxial compressive strain enhances calcium binding
and mobility on two-dimensional Sc,C: a density
functional theory investigation
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Fast and accurate excited states predictions:
machine learning and diabatization
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stereoselectivity in the activation/transformation
of an acetic ester catalyzed by an N-heterocyclic
carbene

Pingxin Liang, Haoran Yang* and Yang Wang*

Stepwise (X=NTs)
O /_\ o

NHC o
H OR— > )\
H
Concerted (X=0)

@DFT Calculations @Reaction Mechanism
@ Substrate & Catalyst Effects @ Origin of Stereoselectivity

+ st
NHC ®
S o NP ph

Molecular rectification induced by magnetization
alignment in organic-ferromagnetic devices

H. Ma, H. X. Li, H. Q. Zhang, Y. Wang, J. T. Li, C. Wang,
J. F. Ren and G. C. Hu*

0.4

C3

03

Simplified structure

0.2

c1

Current (pA)

— -Spinup
— - Spin down]
= Total

0.1}

0.0
-0.5 -04 -03 -0.2 -0.1 0.0 0.1 0.2 03 04 05
Bias (V)

Modelling structure and ionic diffusion in a class
of ionic liquid crystal-based solid electrolytes

Md Sharif Khan,* Ambroise Van Roekeghem,

Stefano Mossa, Flavien Ivol, Laurent Bernard,
Lionel Picard and Natalio Mingo*

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 3671-3698 | 3687


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Open Access Article. Published on 31 January 2024. Downloaded on 12/4/2025 7:58:56 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

C—H bond activation by high-valent iron/
cobalt—oxo complexes: a quantum chemical
modeling approach
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and Azaj Ansari*

core—electron

Inelastic X-ray easic r‘

Non-resonant inelastic X-ray scattering for
discrimination of pigments

Lauren Dalecky, Francesco Sottile, Linda Hung,

scattering i, s \1 . Laure Cazals, Agnés Desolneux, Aurélia Chevalier,
\ transitions Compton \ turquoise . *
i \K:F%J plasmons scattering N\ rg Jean-Pascal Rueff and Loic Bertrand
V, -
WV1\I" [ T 2 a0 & & 1o
Energy loss (eV) Energy loss (eV)
- Electron- and positron-driven molecular processes
HO for H,O, CO,, and NH3 in their gas and ice phases
o eTereT co,
X Neha Barad and Chetan Limbachiya*
s -
ey B
.. Sisigie ®
.. = ..
ce0®
P A ©
'® € Analysis of two overlapping fragmentation
The set-theoretical principle 3 . . . .
of inclusionexciusion ‘@ D approaches in density matrix construction:

Py o+ 0 o«
x Py o+ 0
0« Py =
* 0 * Py

[ AomA T

The empirical Mulliken-
Mezey ansatz

AT LD S IR SR
>

7 J;
(25} (K>T>1)

Pu P Pz Py
Py Py Py Py
Py Py Psg Py
Py Py Piz Py

X Different system size
X Different basis sets

v Different binding patterns
v Different system size
v Different basis sets

3688 | Phys. Chem. Chem. Phys., 2024, 26, 3671-3698

X Different binding patterns

GMBE-DM vs. ADMA

Francisco Ballesteros and Ka Un Lao*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 31 January 2024. Downloaded on 12/4/2025 7:58:56 PM.

(cc)

View Article Online

RESEARCH PAPERS

Enhancing silicon-nitride formation through 80— 1 Modelling on Ammonlysis Reaction °f3;'g:°mp°“”ds
ammonolysis of silanes with pseudo-halide 70 ,é‘\ o i | e [ carbon group
. HH/ H ng:ggg;:gme HH/ Sy [ nitrogen group

substituents 60 [ chalcogen group
halogen group

Anil Kumar Tummanapelli, Yinggian Chen and
Ming Wah Wong*

Free energy barrier, kcal/mol

Investigation of nonlinear optical properties in
a-A,BB'Og (A = Li, Na, K; B = Ti, Zr, Hf; B’ = Se, Te)
by first-principles calculations

Gaojing Fang, Xiaojun Teng, Luo Yan, Yu Wu, Kui Xue,
Xiaofeng Zhang, Yi-min Ding,* Liujiang Zhou* and
Qiye Wen*

Band gap (eV)

>

Intramolecular excimers of open forms of
2H-benzopyran, 2H- and 3H-naphthopyrans
in solution: TD-DFT/DFT analysis

Daiana S. Tabirja and Victor V. Kostjukov*

A

Comparison of core and valence band electronic
structures of bulk uracil and 5-halouracils

1.0 1.0
Uracil 5-lodouracil*0.15

Yudai lzumi,* Maki Ohara, Yuji Baba and Akinari Yokoya
0.5

Intensity (arb. unit)

5-lodouracil

(2)92 288 284 280 06 4 2
Binding energy (eV) Binding energy (eV)

This journal is © the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 3671-3698 | 3689


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Open Access Article. Published on 31 January 2024. Downloaded on 12/4/2025 7:58:56 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Intrinsic Fracture Dissipation

Insight into the fracture energy dissipation
mechanism in elastomer composites via
sacrificial bonds and fillers
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TiB4 and SrBg monolayers: high capacity and zero
strain-like anode materials for Li/Na/K/Ca ion
batteries

Yunxin Wang, Sisi Liang, Juncheng Tian, Huixian Duan,
Ying Lv, Lijia Wan, Chunlai Huang, Musheng Wu,
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Boron-doped graphene topological defects:
unveiling high sensitivity to NO molecule for gas
sensing applications
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Fabio A. L. de Souza, Wanderla L. Scopel,
Rodrigo G. Amorim* and Ravindra Pandey
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Masaru Tanioka,* Masaya Oyama, Kaito Nakajima,
Minori Mori, Mei Harada, Yuji Matsuya* and
Shinichiro Kamino*
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nanotubes: estimating viscosity using jump-
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Energy renormalization for temperature
transferable coarse-graining of silicone polymer
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Deciphering the photophysical properties of
naphthalimide derivatives using ultrafast
spectroscopy

Wei Zhang, Yalei Ma, Hongwei Song, Rong Miao,*
Jie Kong* and Meng Zhou*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Open Access Article. Published on 31 January 2024. Downloaded on 12/4/2025 7:58:56 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Lifetimes and decay mechanisms of isotopically
substituted ozone above the dissociation threshold:
matching quantum and classical dynamics

Viatcheslav Kokoouline,* Alexander Alijah and
Vladimir Tyuterev
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of an ionic liquid-graphene-based supercapacitor
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Superalkali-alkaline earthide ion pairs of °*
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Mg and Ca) possessing large NLO responses and
excellent electronic stabilities and alkalide
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Optimizing skyrmionium movement and stability via
stray magnetic fields in trilayer nanowire constructs

Bin Gong, Luowen Wang, Sunan Wang, Ziyang Yu,*
Lun Xiong, Rui Xiong, Qingbo Liu* and Yue Zhang

PES and transport properties of the He- - -HBr
complex from kinetic theory and molecular
dynamics simulations
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Ultrafast electron dynamics in excited states of
conjugated thiophene—fluorene organic polymer
(pF8T2) thin films

T. Reiker,* Z. Liu, C. Winter, M. V. Cappellari,
D. Gonzalez Abradelo, C. A. Strassert, D. Zhang and
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Insight into melting point differences of
dinitroimidazoles and dinitropyrazoles from the
perspective of intermolecular interactions

Junnan Wu, Siwei Song, Xiujuan Qi,* Haijun Yang* and
Yi Wang*
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Subphthalocyanine-flipper dyads for selective
membrane staining

José Garcia-Calvo,* Xiao-Xiao Chen, Naomi Sakai,
Stefan Matile and Tomas Torres*

Correction: Optical bands of dodecanuclear compounds H4PVMo0,,0,40-yH,O with Keggin structure.
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