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Growth mechanism prediction for nanoparticles
via structure matching polymerization
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semiconductors: a computational study
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Design of J-aggregates-like oligomers built from
squaraine dyes exhibiting transparency in the visible
regime and high fluorescence quantum yield in the
NIR region

Margarita Buzancic Milosavljevi¢ and
Vlasta Bonacic-Koutecky*

New insights into the structure of the
Ag(111)-p(4 x 4)-O phase: high-resolution STM
and DFT study

B. V. Andryushechkin,* T. V. Pavlova and V. M. Shevlyuga

This journal is © the Owner Societies 2024

Ag,O,
+{3>
oAg
0.125 ML rYe) 0.5 ML
Ag,O-model Ag,O-model

Phys. Chem. Chem. Phys., 2024, 26, 641-661 | 657


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90007c

Open Access Article. Published on 03 Januwari 2024. Downloaded on 7/31/2025 2:54:13 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Mechanical balance

)
/< . (forces)

fo+ fp+ g

Green—Kubo expressions for transport coefficients
from dissipative particle dynamics simulations
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of hole transporting materials in perovskite solar
cells: a DFT study
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First principles study of a triazine-based covalent
organic framework as a high-capacity anode
material for Na/K-ion batteries
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Improved ion adsorption capacities and diffusion

dynamics in surface anchored MoS, | Mo,4,3B, and
MoS, | Mo4,3B,0, heterostructures as anodes for

alkaline metal-ion batteries
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Dense arrangement of crown ethers in graphene:
novel graphitic carbon oxides with enhanced
optoelectronic properties

Hongyan Li, Jiang Xiang, Liang Chen, Jing Xu* and
Wei Liu*
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