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15 Ferroelectricity in 2D metal phosphorus trichalcogenides and van der Waals heterostructures for
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21 Abnormal Seebeck effect in doped conducting polymers. Applied Physics Letters, 2021, 118, . 3.3 9
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Excitation Energy Components, Charge-Transfer Numbers, and Vibrational Reorganization Energies.
Journal of Physical Chemistry Letters, 2021, 12, 2712-2720.

4.6 35

24
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25 Intrinsic hydroquinone-functionalized aggregation-induced emission core shows redox and pH
sensitivity. Communications Chemistry, 2021, 4, . 4.5 6

26 Understanding the Temperature Dependence of the Seebeck Coefficient from First-Principles Band
Structure Calculations for Organic Thermoelectric Materials. CCS Chemistry, 2021, 3, 1477-1483. 7.8 16
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28 Supramolecular engineering of charge transfer in wide bandgap organic semiconductors with
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29 Evaluating the anharmonicity contributions to the molecular excited state internal conversion rates
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30 Intermolecular Charge-Transfer-Induced Strong Optical Emission from Herringbone H-Aggregates.
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31 Molecular mechanism of aggregationâ€•induced emission. Aggregate, 2021, 2, e91. 9.9 179

32 A general charge transport picture for organic semiconductors with nonlocal electron-phonon
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34 High Mobility Organic Lasing Semiconductor with Crystallizationâ€•Enhanced Emission for
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Brightening up Circularly Polarized Luminescence of Monosubstituted Polyacetylene by
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36 Quantum-electrodynamical time-dependent density functional theory within Gaussian atomic basis.
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Time-dependent density matrix renormalization group coupled with <i>n</i>-mode representation
potentials for the excited state radiationless decay rate: Formalism and application to azulene.
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Communications, 2020, 11, 4485. 12.8 48
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60 Computational Study on the Charge Transport and Optical Spectra of Anthracene Derivatives in
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65 Superexchange Induced Charge Transport in Organic Donorâ€“Acceptor Cocrystals and Copolymers: A
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Phosphorescence: A Computational Study. Journal of Physical Chemistry Letters, 2019, 10, 6948-6954. 4.6 76

67 Strong Solid-State Fluorescence Induced by Restriction of the Coordinate Bond Bending in
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68 Pressure-induced emission enhancement in hexaphenylsilole: a computational study. Journal of
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Highly Efficient Organic Room-Temperature Phosphorescent Luminophores through Tuning Triplet
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71 Highâ€•Performance Organic Thermoelectric Materials: Theoretical Insights and Computational Design.
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Intermolecular Charge Transfer. Advanced Materials, 2019, 31, e1808242. 21.0 278
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ACS Nano, 2013, 7, 4610-4616. 14.6 543

175 Carrier Mobility in Graphyne Should Be Even Larger than That in Graphene: A Theoretical Prediction.
Journal of Physical Chemistry Letters, 2013, 4, 1443-1448. 4.6 328

176 Coarse-grained molecular dynamics simulations of photoswitchable assembly and disassembly.
Nanoscale, 2013, 5, 3681. 5.6 23

177 Energy Level Alignment and Charge Carrier Mobility in Noncovalently Functionalized Graphene.
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267 Theoretical modelling of carrier transports in molecular semiconductors: molecular design of
triphenylamine dimer systems. Nanotechnology, 2007, 18, 424029. 2.6 180

268 Effect of length and size of heterojunction on the transport properties of carbon-nanotube devices.
Applied Physics Letters, 2007, 91, 133511. 3.3 109

269 Negative differential resistance induced by intermolecular interaction in a bimolecular device. Applied
Physics Letters, 2007, 91, . 3.3 101

270 Theoretical study of inelastic X-ray scattering spectra for organic materials: Molecular excitation
coupled with molecular exciton descriptions. Synthetic Metals, 2007, 157, 670-677. 3.9 0



17

Zhigang Shuai

# Article IF Citations

271 Two-Photon Absorption Properties of Iron(II) and Ruthenium(II) Trischelate Complexes of
2,2â€˜:4,4â€˜â€‰â€˜:4â€˜,4â€˜â€‰â€˜â€˜-Quaterpyridinium Ligands. Journal of Physical Chemistry A, 2007, 111, 472-478.2.5 44

272 Toward Quantitative Prediction of Molecular Fluorescence Quantum Efficiency:â€‰ Role of Duschinsky
Rotation. Journal of the American Chemical Society, 2007, 129, 9333-9339. 13.7 414

273
Chiral Molecular Switches Based on Binaphthalene Molecules with Anthracene Moieties:â€‰ CD Signal
Due to Interchromophoric Exciton Coupling and Modulation of the CD Spectrum. Journal of Organic
Chemistry, 2007, 72, 4306-4312.

3.2 21

274 Excited state radiationless decay process with Duschinsky rotation effect: Formalism and
implementation. Journal of Chemical Physics, 2007, 126, 114302. 3.0 213

275 Intersystem Crossing Processes in Nonplanar Aromatic Heterocyclic Molecules. Journal of Physical
Chemistry A, 2007, 111, 10490-10499. 2.5 261

276 High two-photon cross-sections in bis(diarylaminostyryl) chromophores with electron-rich
heterocycle and bis(heterocycle)vinylene bridges. Chemical Communications, 2007, , 1372-1374. 4.1 52

277 First Synthesis of 2,3,6,7-Tetrabromonaphthalene Diimide. Organic Letters, 2007, 9, 3917-3920. 4.6 93

278 Helical Molecular Duplex Strands:Â  Multiple Hydrogen-Bond-Mediated Assembly of Self-Complementary
Oligomeric Hydrazide Derivatives. Journal of Organic Chemistry, 2007, 72, 4936-4946. 3.2 56

279
New Heterocyclic Tetrathiafulvalene Compounds with an Azobenzene Moiety:Â  Photomodulation of the
Electron-Donating Ability of the Tetrathiafulvalene Moiety. Journal of Organic Chemistry, 2007, 72,
6247-6250.

3.2 18

280 Spontaneously Aggregated Chiral Nanostructures from Achiral Tripodâˆ’Terpyridine. Journal of
Physical Chemistry B, 2007, 111, 8063-8068. 2.6 14

281 Structure to Property Relationships for Multiphoton Absorption in Covalently Linked Porphyrin
Dimers:â€‰ A Correction Vector INDO/MRDCI Study. Journal of Physical Chemistry A, 2007, 111, 8509-8518. 2.5 20
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