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Solvent effects on extractant conformational
energetics in liquid-liquid extraction: a simulation
study of molecular solvents and ionic liquids
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Is 1-methylcytosine a faithful model compound for
ultrafast deactivation dynamics of cytosine
nucleosides in solution?
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photocatalytic hydrogen evolution: a first
principles study

Liang Xu,* Can Li, S. X. Xiong,* Shuaihao Tang,
Zhigiang Xu, Lei Cao, Ji Tao, Ying Zhang,
Kejun Dong* and Ling-Ling Wang

Bandgap (eV)

Reductkﬁ

Charge transfer (&) it

[ SO — 0
ANMo,W,.S, IB—"

Exploring the stability and aromaticity of rare earth
doped tin cluster MSny;6~ (M = Sc, Y, La)

Jin-Kun Zeng, Huai-Qian Wang,* Hui-Fang Lij,
Hao Zheng, Jia-Ming Zhang, Xun-Jie Mei,
Yong-Hang Zhang and Xun-Lei Ding

Unravelling the mechanism of polarization transfer
from spin-1/2 to spin-1 system in solids

Ekta Nehra and Manoj Kumar Pandey*

This journal is © the Owner Societies 2024

qqqqq

<S() >=<S(B)sq >+< S(O)rq >+< S(E)pg >+< S(8)zg >

Single-crystal sample Powder sample

CP efficiency
s o o
S o o o

CP efficiency
S o o
5 o & o

L 1 L )
[ 50 100 150 200 0 50 100 150 200

"H spin-lock field (kHz) "H spin-lock field (kHz)

Phys. Chem. Chem. Phys., 2024, 26, 2709-2731 | 2715


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90018a

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 24 January 2024. Downloaded on 12/8/2025 10:52:39 PM.

(cc)

RESEARCH PAPERS

View Article Online

Transfer  Poy,
ee g,
o

Study on interface engineering and chemical
bonding of the ReS,@ZnO heterointerface for
efficient charge transfer and nonlinear optical
conversion efficiency

Xin-Yu Zheng, Hong-Yu Li, Bing-Yin Shi, Hong-Xu Cao,
Yu Liu and Hai-Tao Yin*

TEMPO solvation

Correlation between Classical

and Quantum A

Classical and Quantum P(AE) distribution

Electron transfer reaction of TEMPO-based organic
radical batteries in different solvent environments:
comparing quantum and classical approaches

Souvik Mitra, Andreas Heuer and Diddo Diddens*

Metal-Semiconductor-Metal Transition

Exceptional metal-semiconductor—metal transition

orb Phiu (PO of lead apatites via oxygen defect tuning
i 4
o opoge o ‘
o0 Zhijing Huang, Xiaojian Ni, Hao Huang, Yusong Tu,*
Qo0 /,/ Zonglin Gu* and Shuming Zeng*
wa (PO,)0, // Pbyy (PO,)0,
s ?\{, //VVOxygen Defect °p3do
1opRdz, ¢/ ekl
Phyy(PO,0; Phyy (P00,
7 gl Setp3do
.o?:&:: o v .o}{&y: °
SecgiEnoet 34 e apm Thermal evolution of a polymer—nanoparticle
Par:;:llyseparated Nanosheets s i binary miXture
/ /\ 1.7 nm 5 7g) o mm
A 2 . .
umeuardom..{/ = w5 hﬁﬁ {a Sanjay Kumar, Sangram K. Rath, Ashwani Kushwaha,
""" A9

= Mﬁy 2

Boundary Transmon Laver

[ i

///

I, e I&‘\?Ié\ig

i

Thermal Evolution

2716 | Phys. Chem. Chem. Phys., 2024, 26, 2709-2731

S. K. Deshpande, T. Umasankar Patro and
G. Harikrishnan*

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/d4cp90018a

Open Access Article. Published on 24 January 2024. Downloaded on 12/8/2025 10:52:39 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Encapsulation of Co nanoparticles with single-
atomic Co sites into nitrogen-doped carbon for
electrosynthesis of hydrogen peroxide
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diffraction and isotopic substitution study
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Raman scattering
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Terminal crystalline solid solutions, solubility
enhancements and T-X phase diagram of
salicylic acid — 4-hydroxybenzoic acid

Yongjian Wang, Francesco Ricci, Brian Linehan and
Fredrik L Nordstrom*

This journal is © the Owner Societies 2024

Temperature, °C

200 Liquid

SEEESSEN

0.00 0.20 0.40 0.60 0.80 1.00
X(4HBA), mol 4HBA/mol (SA + 4HBA)

Phys. Chem. Chem. Phys., 2024, 26, 2709-2731 | 2717


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90018a

Open Access Article. Published on 24 January 2024. Downloaded on 12/8/2025 10:52:39 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

|

Vring puckering = 0 I M
‘/ ‘ *, ‘.~.... ‘

¢

High-resolution infrared spectroscopy of jet
cooled cyclobutyl in the a-CH stretch region:
large-amplitude puckering dynamics in a
4-membered ring radical

Ya-Chu Chan and David J. Nesbitt*

.
(..o
003530 600 500 1000 1200 1408
Temperaure (K)

Prediction of a two-dimensional high Curie
temperature Weyl nodal line kagome semimetal

Jie Li, Xiao-Tian Wang, Ya-Qing Chen, Yu-Hao Wei,
Hong-Kuan Yuan and Chun-Ling Tian*

How the nature and charge of metal cations affect

- M#24(Ace) | Yo Vomedsm o vibrations in acetone solvent molecules
{g 250- S 1652 oot il . . . .
; 2004 - N 16:;5"14;,."]",\ X éﬁ_a_korn thasuk, Joel Lemaire, VIannt Steinmetz,
§ o M AR AR ilippe Maitre and Ricardo B. Metz
8 1007 cu (Ace)‘ 172:,2’“’}?\ 'i*

0T Expected Veo red shift /*\-—-——*/’\M\ L

1‘1 8 12 16 20 1200 1400 1600 1800
IE (eV) Wavenumber (cm’')
Prediction of transition metal carbonitride
arrange monolayers MN4Cg (M = Cr, Mn, Fe, and Co) made

&
X

MN,
M = (Cr, Mn, F¢, Co)

/:x:\

Q}’C@
A A

g

r/\f \/\3

2718 | Phys. Chem. Chem. Phys., 2024, 26, 2709-2731

up of a benzene ring and a planar MN4 moiety

Tong Liu, Bingxin Liu, Miao Gao, Xun-Wang Yan* and
Fengjie Ma*

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/d4cp90018a

Open Access Article. Published on 24 January 2024. Downloaded on 12/8/2025 10:52:39 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Structural and electronic changes in the Ni;s@Ag,4;
nanoparticle under surface oxidation: the role of
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Theoretical investigation of nucleophilic
substitution reaction of phenyl carbonyl
isothiocyanates with pyridines in gas and
polar aprotic solvent
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