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Structures, Electronic States, and Electroluminescent Properties of a Zinc(II)
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26 Singlet and Triplet Exciton Formation Rates in Conjugated Polymer Light-Emitting Diodes. Physical
Review Letters, 2000, 84, 131-134. 7.8 254
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29 Dynamic Ultralong Organic Phosphorescence by Photoactivation. Angewandte Chemie - International
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MOlecular MAterials Property Prediction Package (MOMAP) 1.0: a software package for predicting the
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32 Excited state radiationless decay process with Duschinsky rotation effect: Formalism and
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33 From charge transport parameters to charge mobility in organic semiconductors through multiscale
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34 Sulfurâ€•Bridged Annuleneâ€•TCNQ Coâ€•Crystal: A Selfâ€•Assembled â€˜â€˜Molecular Level Heterojunctionâ€™â€™ with Air
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39 Theoretical modelling of carrier transports in molecular semiconductors: molecular design of
triphenylamine dimer systems. Nanotechnology, 2007, 18, 424029. 2.6 180
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development of computational methodology. National Science Review, 2017, 4, 224-239. 9.5 176

43
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49 Multifunctional bipolar triphenylamine/oxadiazole derivatives: highly efficient blue fluorescence, red
phosphorescence host and two-color based white OLEDs. Chemical Communications, 2009, , 77-79. 4.1 159
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Chemical Research, 2021, 54, 940-949. 15.6 150
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100 Energy Level Alignment and Charge Carrier Mobility in Noncovalently Functionalized Graphene.
Journal of Physical Chemistry Letters, 2013, 4, 2158-2165. 4.6 83

101
Time-Dependent Density Matrix Renormalization Group Algorithms for Nearly Exact Absorption and
Fluorescence Spectra of Molecular Aggregates at Both Zero and Finite Temperature. Journal of
Chemical Theory and Computation, 2018, 14, 5027-5039.
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119 Computational Evaluation of Optoelectronic Properties for Organic/Carbon Materials. Accounts of
Chemical Research, 2014, 47, 3301-3309. 15.6 71

120 Spectroscopic Signature of the Aggregation-Induced Emission Phenomena Caused by Restricted
Nonradiative Decay: A Theoretical Proposal. Journal of Physical Chemistry C, 2015, 119, 5040-5047. 3.1 70

121 Aâ€“Ï€â€“Dâ€“Ï€â€“A Electronâ€•Donating Small Molecules for Solutionâ€•Processed Organic Solar Cells: A Review.
Macromolecular Rapid Communications, 2017, 38, 1700470. 3.9 70
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131 Two-Photon Absorption in Quadrupolar Bis(acceptor)-Terminated Chromophores with Electron-Rich
Bis(heterocycle)vinylene Bridges. Chemistry of Materials, 2007, 19, 432-442. 6.7 66
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137 An improved dynamic Monte Carlo model coupled with Poisson equation to simulate the performance
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138 Tuning Thermal Transport in Chainâ€•Oriented Conducting Polymers for Enhanced Thermoelectric
Efficiency: A Computational Study. Advanced Functional Materials, 2017, 27, 1702847. 14.9 62
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6<i>H</i>â€•pyrrolo[3,2â€“<i>b</i>:4,5â€“<i>bÂ´</i>]bis[1,4]benzothiazine and its Derivatives. Advanced
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6.7 52
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