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excited states, S;, Ty, and T,, of chromophores for
improving solar cell applications
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Tetrel, nonconventional hydrogen bonds, and
noticeable role of dispersion in complexes
of fluoroform and carbon dichalcogenides
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Surface hopping simulations reveal deactivation
pathways of a charge transfer system
with planarizing and twisting motion

Julia Haberhauer,* Sebastian Mai, Leticia Gonzalez and
Christof Hattig*
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Synergistic enhancement of gas sensor
performance in Janus PtSSe monolayer via Pd/Rh
decoration and strain engineering: a first-principles
investigation
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on B-site cation disordering in double halide
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Tuning the thermal conductivity of lithium
intercalated graphite through temperature,
strain, and interlayer twist angles

Kaiyu Yang, Na Di, Yu Liu* and Guangzhao Qin
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nanotubes via boron atom doping and applying

uniaxial strain
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Zi-Qiang Deng, Long-Hui Li, Shi-Yao Liu,
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Effect of thermal treatments on high surface area
anatase TiO,

Chiara Nannuzzi,* Ton V. W. Janssens and Gloria Berlier*
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