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Growth mechanism prediction for nanoparticles
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of 1IlI-V/Si multi-junction solar cells based
on first-principles calculations

Qian Wang, Yu Zhuang,* Abuduwayiti Aierken,*
Qiaogang Song, Qin Zhang, Youbo Dou,
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charge transport properties of organic
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
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Green—Kubo expressions for transport coefficients
from dissipative particle dynamics simulations
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Utilization of the through-space effect to design
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Effect of substituting donors on the hole mobility
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

Sitong Liu, Bo Liu,* Meidong Yu, Hanyu Gao,
Haipeng Guo, Daguo Jiang, Shenbo Yang,
Yufeng Wen* and Yabei Wu
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Breaking the size constraint for nano cages using
annular patchy particles
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Observation of the possible magnetic correction
above the Curie temperature in Cr;Si;Teg single
crystals
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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
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Correction: Extracting accurate information from triplet—triplet annihilation upconversion data with a
mass-conserving kinetic model
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