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electrons by the pyrazine molecule
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Investigation of the stability of D5SIC-DNAM-
incorporated DNA duplex in Tag polymerase binary
system: a systematic classical MD approach
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Dynamic repulsive interaction enables an
asymmetric electron—phonon coupling for
improving Raman scattering
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Theoretical study on the degradation mechanism
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Sensitivity of solid phase stability to the
interparticle potential range: studies of a new
Lennard-Jones like model
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Modeling carbon dioxide and methane adsorption
on illite and calcite: enhancing the simplified local
density model through crystal structure
modifications

Gang Wu, Xiaofei Fu, Lu Wang, Rui Wang, Binhui Li and
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Stereomutations in silicate oligomerization: the
role of steric hindrance and intramolecular
hydrogen bonding
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Distinguishing the responsive mechanisms of
fluorescent probes to hydrogen peroxide, proteins,
and DNA/RNA

Lina Ding, Yang Liu, Liang Wang and Yonggang Yang*

7 No Tiuoreseneee ™,
B0 YWY
Eati 2 eae
; B

i o
ety

Fluorescence Intensity

Extensive research of conductivity in the
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data
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Effects of oxygen adsorption on the corrosion
behavior of the Ti(0001) surface: a DFT
investigation
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Structural and electronic properties of Li-adsorbed
single and bilayer porphyrin sheets as an electrode
material for energy storage devices — a DFT analysis
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Vijayakumar Subramaniam*

The characteristic times for equilibration processes between ethylene NSIMs

\ i Kinetic studies

-

T )
+

\
parahydrogen
+

oO=0-o

acetylene

i pairwise addition

NMR spectra analysis

CNE

+

Stereoselective catalysts

7260 | Phys. Chem. Chem. Phys., 2024,

H S <1s o |
HA —A | < B, !
L9 9 39
i ~1700-2200s '
E Ty~3-6s E
E Blu BZu i

26, 7245-7263

Manipulating stereoselectivity of parahydrogen
addition to acetylene to unravel interconversion
of ethylene nuclear spin isomers
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Non-monotonic Soret coefficients of aqueous LiCl
solutions with varying concentrations

Namkyu Lee, Shilpa Mohanakumar, W. J. Briels* and
Simone Wiegand*
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Unravelling the non-classical nucleation mechanism

of an amyloid nanosheet through atomic force
microscopy and an infrared probe technique

Yao Wang, Zigi Wang, Lujuan Yang, Wenkai Zhang* and
Gang Ma*
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Amorphous RuPd bimetallene for hydrogen
evolution reaction in acidic and alkaline conditions:
a first-principles study

Manman Liu, Xiaofeng Fan,* Xiaogiang Cui,
Weitao Zheng and David J. Singh
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Integrating multiscale and machine learning
approaches towards the SAMPL9 log P challenge

Michael R. Draper, Asa Waterman, IV,
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The crucial role of transient tri-coordinated
oxygen in the flow of silicate melts

Longfei Gao, Xingchen Liu,* Jin Bai,* Bo Chen, Min Wu,
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