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Carlo Petrongolo

14829

Magnetic transition and work function modulation
of Ti2C MXene via porphine adsorption
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José N. Canongia Lopes and Karina Shimizu*

14851

Photodissociation dynamics of ethyl formate at
193 nm-based synchrotron radiation and ab initio
calculations: hydrogen elimination and secondary
dissociations

Orlando Dominguez-Flores, Rodrigo Navarro-Severiano,
David Ochoa-Resendiz, Oscar Quiroz-Cardoso,
Annia Rodriguez-Hernandez, Jesus Porcayo-Calderon,
Francisco Javier Hernandez-Campos, Shih-Huang Lee,
Ramon Hernandez-Lamoneda and
Alfredo Quinto-Hernandez*

14692 | Phys. Chem. Chem. Phys., 2025, 27, 14687–14701 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ju

ly
 2

02
5.

 D
ow

nl
oa

de
d 

on
 4

/1
8/

20
26

 9
:0

8:
44

 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/d5cp90139a


RESEARCH PAPERS

14864

A molecular dynamics study of the effect of
annealing temperature on the structure of ASW

Zachary Amato,* Thomas F. Headen, Pierre Ghesquière
and Helen J. Fraser

14884

Enhancement of the cycling stability of the
nickel-rich cathode material LiNi0.9Co0.01Mn0.09O2

via Nb5+ doping

Jiatai Wang,* Chao Fan, Yuanyuan Li, Yan Tan,
Xuchao Zhang, Jiting Li, Hongyun Liu, Xiaohong Ma,
Changjuan Deng and Jian Li

14896

Sliding ferroelectricity of multilayer h-BN

Zijun Li, Le Fang, Hui Zhang,* Wei Wu* and Wei Ren*

14906

Structure of chemisorbed 1,3-butadiene on the
Cu(111) surface

Mohammad Rahat Hossain, Ahmad Arshadi, Ye Xu* and
Michael Trenary*

This journal is the Owner Societies 2025 Phys. Chem. Chem. Phys., 2025, 27, 14687–14701 | 14693

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ju

ly
 2

02
5.

 D
ow

nl
oa

de
d 

on
 4

/1
8/

20
26

 9
:0

8:
44

 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/d5cp90139a


RESEARCH PAPERS

14914

Electrocatalytic activity of PtAuPd/C nano
multi-principal element alloy catalyst towards
oxygen reduction reaction

Hui Li, Zhiwei Zhang, Lianke Zhang, Hualiang Ni,
Haiying Qin,* Jing Zhang,* Hongzhong Chi and
Junjing He

14924

Overlooked hydroperoxyl radical reactions in
ammonia oxidation under combustion conditions

Kfir Kaplan, Michal Keslin and Alon Grinberg Dana*

14936

Ultrafast dynamics of the UV-induced electronic
relaxation in DNA guanine–thymine dinucleotides:
from the Franck–Condon states to the minima of
the potential energy surfaces

Vasilis Petropoulos, Lara Martinez-Fernandez,*
Lorenzo Uboldi, Margherita Maiuri, Giulio Cerullo,*
Evangelos Balanikas and Dimitra Markovitsi*

14948

Enhanced charge transport in A-site ordered
perovskite derivatives A2A0Bi2I9 (A = Cs; A0 = Ag, Cu):
a first-principles study

Shuhan Li, Siyu Song, Peng Lv,* Shihao Wang,
Jiawang Hong and Gang Tang*

14694 | Phys. Chem. Chem. Phys., 2025, 27, 14687–14701 This journal is the Owner Societies 2025

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ju

ly
 2

02
5.

 D
ow

nl
oa

de
d 

on
 4

/1
8/

20
26

 9
:0

8:
44

 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/d5cp90139a


RESEARCH PAPERS

14957

Accurate prediction of the energies of the lowest
excited states, S1, T1, and T2, of chromophores for
improving solar cell applications
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Maria Vitória Cavalheiro Issler, Cristiano Vicente,
Iuri Stefani Brandt, Bruna Fernanda Baggio,
Ricardo Faccio, Milton Andre Tumelero* and
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