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3352

Molecular engineering of antiaromatic
orangarin-based sensitizers for high-performance
dye-sensitized solar-cell applications

Swati Singh Rajput, Samarth Razdan, Tejendra Banana,
Neelam Chandravanshi and Md Mehboob Alam*

3363

Effect of bridge type on electronic structure and
rectification in molecular junctions

Morad M. El-Hendawy,* Hend S. Abd Elkhair and
Mahmoud M. A. Mohamed

3375

Defect evolution and molecular transformation in
the crystalline region of polyacrylonitrile fibers
during irradiation-heat pre-oxidation: integrated
simulation and experimental study

Meng Wu, Ruiqi Shao,* Amna Siddique,*
Nishonov Akbarjon,* Tianyu Li, Tianshuai Ma,
Shouguo Liu, Wei Wang and Zhiwei Xu*

This journal is the Owner Societies 2026 Phys. Chem. Chem. Phys., 2026, 28, 3145–3160 | 3151

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

4 
Fe

br
ua

ry
 2

02
6.

 D
ow

nl
oa

de
d 

on
 6

/1
5/

20
26

 7
:3

0:
50

 A
M

. 
 T

hi
s 

ar
tic

le
 is

 li
ce

ns
ed

 u
nd

er
 a

 C
re

at
iv

e 
C

om
m

on
s 

A
ttr

ib
ut

io
n 

3.
0 

U
np

or
te

d 
L

ic
en

ce
.

View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6cp90022d


RESEARCH PAPERS

3389

DFT investigation of AunMo (n = 2–12) clusters: the
barrierless hydrogen adsorption behavior of Au9Mo

Ngo Thi Lan, Nguyen Van Dang,* Nguyen Thi Mai,
Son Tung Ngo and Nguyen Thanh Tung

3401

Phase equilibria and thermodynamic properties of
the nickel(II) methanesulfonate–methanesulfonic
acid–water system

Femke Derison, Xu Jia, Luc Van Meervelt,
Koen Binnemans and Rayco Lommelen*

3415

Enhancing the magnetic properties (Curie
temperature and magnetic anisotropy energy)
of a 2D MXene (Ca2C) by stacking a vdW
heterostructure with silicene
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