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9952

Simple, accurate, adjustable-parameter-free
prediction of NMR shifts for molecules in solution

Emlyn M. Hoyt, Lachlan O. Smith and
Deborah L. Crittenden*

9958

High temperature ferromagnetic metal: a Janus
CrSSe monolayer

Yaxuan Wu, Qingquan Liu, Puyuan Shi, Jingjuan Su,
Yungeng Zhang* and Bing Wang*

9698 | Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

/2
1/

20
26

 3
:0

1:
16

 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/d3cp90090h


RESEARCH PAPERS

9965

Effect of formic acid on O2 + OH�CHOH - HCOOH
+ HO2 reaction under tropospheric condition:
kinetics of cis and trans isomers

Mohamad Akbar Ali* and Balaganesh M.

9979

Dynamic stability of a blue multi-resonance
thermally activated delayed fluorescence molecule
without damaging the luminescence properties

Heming Zhang,* Lianbao Ke, Yufang Nie, Jiaxuan Wang
and Hai Bi*

9987

Site-selective occupation, optical spectrum
regulation and photoluminescence property
investigation of Eu2+-activated blue light-excited
yellow-orange emitting phosphors

Wenzhi Sun,* Tingting Zhao, Shuya Wang, Denghu Wei,
Mengmeng Jiao and Hongwu Zhang*

9999

Single- and multi-photon-induced ultraviolet
excitation and photodissociation of CH3I probed
by coincident ion momentum imaging

Farzaneh Ziaee, Kurtis Borne, Ruaridh Forbes,
Kanaka Raju P., Yubaraj Malakar, Balram Kaderiya,
Travis Severt, Itzik Ben-Itzhak, Artem Rudenko* and
Daniel Rolles*

This journal is the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 9691–9705 | 9699

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

5 
A

pr
il 

20
23

. D
ow

nl
oa

de
d 

on
 1

/2
1/

20
26

 3
:0

1:
16

 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/d3cp90090h


RESEARCH PAPERS

10011

Comparative studies of hexagonal boron
phosphide/V2CS2 heterostructure and
homogeneous bilayers as metal-ion battery
anodes

Xian Yuan, Zhongyong Zhang, Yuping He and
Naigen Zhou*

10022

Effect of flake silver-plated copper particles on the
property enhancement of electrically conductive
adhesives

Na Cheng, Zhi Sun, Xiaohui Yu,* Qianzhen Yu and
Jianwei Zhao*

10033

Coordination and thermodynamic properties
of aqueous protactinium(V) by first-principle
calculations
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