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6 Density-Functional Tight-Binding Parameters for Bulk Zirconium: A Case Study for Repulsive
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7 Hydroxide Anion Transport in Covalent Organic Frameworks. Journal of the American Chemical
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8 Development of Density-Functional Tight-Binding Parameters for the Molecular Dynamics Simulation
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9 Density Functional Tight-Binding Simulations Reveal the Presence of Surface Defects on the Quartz
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Encapsulation of Aromatic Guests in the Bisporphyrin Cavity of a Double-Stranded Spiroborate
Helicate: Thermodynamic and Kinetic Studies and the Encapsulation Mechanism. Journal of Organic
Chemistry, 2021, 86, 10501-10516.

3.2 5
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Physical Chemistry A, 2021, 125, 6042-6058. 2.5 5

12 Investigating the Accuracy of Water Models through the Van Hove Correlation Function. Journal of
Chemical Theory and Computation, 2021, 17, 5992-6005. 5.3 9

13 Pre-Sodiated Ti<sub>3</sub>C<sub>2</sub>T<sub><i>x</i></sub> MXene Structure and Behavior as
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15 Density-functional tight-binding for phosphine-stabilized nanoscale gold clusters. Chemical Science,
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16 Supercomputer-Based Ensemble Docking Drug Discovery Pipeline with Application to Covid-19. Journal
of Chemical Information and Modeling, 2020, 60, 5832-5852. 5.4 134

17 Boosting electrosynthesis of ammonia on surface-engineered MXene Ti3C2. Nano Energy, 2020, 72,
104681. 16.0 82

18 DFTB+, a software package for efficient approximate density functional theory based atomistic
simulations. Journal of Chemical Physics, 2020, 152, 124101. 3.0 589
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Chemie - International Edition, 2020, 59, 12162-12169. 13.8 66
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24 Artificial neural network correction for density-functional tight-binding molecular dynamics
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25 The helixâ€•inversion mechanism in doubleâ€•stranded helical oligomers bridged by rotary cyclic boronate
esters. Journal of Computational Chemistry, 2019, 40, 2036-2042. 3.3 0

26 The Fragment Molecular Orbital Method Based on Long-Range Corrected Density-Functional
Tight-Binding. Journal of Chemical Theory and Computation, 2019, 15, 3008-3020. 5.3 35

27 Phenyleneethynylene trimer-based rigid-flexible [2+2] macrocycles for nucleic acid labelling in live
cells. Chemical Communications, 2019, 55, 5930-5933. 4.1 11

28 Structural transformations of graphene exposed to nitrogen plasma: quantum chemical molecular
dynamics simulations. Physical Chemistry Chemical Physics, 2019, 21, 12112-12120. 2.8 9

29 Water-mediated deracemization of a bisporphyrin helicate assisted by diastereoselective encapsulation
of chiral guests. Nature Communications, 2019, 10, 1457. 12.8 23

30 How does acetonitrile modulate single-walled carbon nanotube diameter during CVD growth?.
Carbon, 2019, 146, 535-541. 10.3 11

31 Nonadiabatic excited-state intramolecular proton transfer in 3-hydroxyflavone: S2 state involvement
via multi-mode effect. Journal of Chemical Physics, 2019, 151, 214304. 3.0 9

32 Density-Functional Tight-Binding for Platinum Clusters and Bulk: Electronic vs Repulsive Parameters.
MRS Advances, 2019, 4, 1821-1832. 0.9 3

33 Chiralâ€•selective etching effects on carbon nanotube growth at edge carbon atoms. Journal of
Computational Chemistry, 2019, 40, 375-380. 3.3 5

34 Low-energy hydrogen uptake by small-cage Cn and Cn-1B fullerenes. Carbon, 2018, 134, 189-198. 10.3 17

35 Keiji Morokuma (1934â€“2017). Angewandte Chemie - International Edition, 2018, 57, 2288-2289. 13.8 0

36 Near infrared two-photon-excited and -emissive dyes based on a strapped excited-state intramolecular
proton-transfer (ESIPT) scaffold. Chemical Science, 2018, 9, 2666-2673. 7.4 52
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37 Parametrization and Benchmark of Long-Range Corrected DFTB2 for Organic Molecules. Journal of
Chemical Theory and Computation, 2018, 14, 115-125. 5.3 60

38 A New Porous Polymer for Highly Efficient Capacitive Energy Storage. ACS Sustainable Chemistry and
Engineering, 2018, 6, 202-209. 6.7 78

39 Simulations of the synthesis of boron-nitride nanostructures in a hot, high pressure gas volume.
Chemical Science, 2018, 9, 3803-3819. 7.4 28

40 Implementation of replica-exchange umbrella sampling in GAMESS. Computer Physics Communications,
2018, 228, 152-162. 7.5 10

41 Conformational dynamics of human protein kinase CK2Î± and its effect on function and inhibition.
Proteins: Structure, Function and Bioinformatics, 2018, 86, 344-353. 2.6 8

42 Ruthenium Nanoparticle-Decorated Porous Organic Network for Direct Hydrodeoxygenation of
Long-Chain Fatty Acids to Alkanes. ACS Sustainable Chemistry and Engineering, 2018, 6, 1610-1619. 6.7 48

43 Statistical Mechanics-Based Theoretical Investigation of Solvation Effects on Glucose Anomer
Preferences. Journal of Physical Chemistry B, 2018, 122, 290-296. 2.6 5

44 A femtomolar-range suicide germination stimulant for the parasitic plant <i>Striga hermonthica</i>.
Science, 2018, 362, 1301-1305. 12.6 101

45
Performance of Density-Functional Tight-Binding in Comparison to Ab Initio and First-Principles
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47 Light-Emitting Covalent Organic Frameworks: Fluorescence Improving via Pinpoint Surgery and
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48 Theoretical Prediction and Analysis of the UV/Visible Absorption and Emission Spectra of Chiral
Carbon Nanorings. Journal of Physical Chemistry A, 2018, 122, 7284-7292. 2.5 8

49 Theoretical analysis of orientations and tautomerization of genistein in Î²-cyclodextrin. Journal of
Molecular Liquids, 2018, 265, 16-23. 4.9 11
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Quantum chemical replica-exchange umbrella sampling molecular dynamics simulations reveal the
formation mechanism of iron phthalocyanine from iron and phthalonitrile. Journal of Chemical
Physics, 2018, 149, 072332.

3.0 1

51 Decoding Oxyanion Aqueous Solvation Structure: A Potassium Nitrate Example at Saturation. Journal
of Physical Chemistry B, 2018, 122, 7584-7589. 2.6 14

52 Focus-Induced Photoresponse: a novel way to measure distances with photodetectors. Scientific
Reports, 2018, 8, 9208. 3.3 16

53 Inducing regioselective chemical reactivity in graphene with alkali metal intercalation. Physical
Chemistry Chemical Physics, 2018, 20, 19987-19994. 2.8 6

54 A New Triazineâ€•Based Covalent Organic Framework for Highâ€•Performance Capacitive Energy Storage.
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56 FÃ¶rster Resonance Energy Transfer between Fluorescent Proteins: Efficient Transition Charge-Based
Study. Journal of Physical Chemistry C, 2017, 121, 4220-4238. 3.1 11
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58 Theoretical rationalization for reduced charge recombination in bulky carbazoleâ€•based sensitizers in
solar cells. Journal of Computational Chemistry, 2017, 38, 901-909. 3.3 2

59 Doubleâ€•Stranded Helical Oligomers Covalently Bridged by Rotary Cyclic Boronate Esters. Chemistry -
an Asian Journal, 2017, 12, 927-935. 3.3 15

60 Theoretical Elucidation of Potential Enantioselectivity in a Pd-Catalyzed Aromatic Câ€“H Coupling
Reaction. Journal of Organic Chemistry, 2017, 82, 4900-4906. 3.2 13

61 QM/MD Simulations on Graphene Hydrogenation/Deuteration: C<sub><i>x</i></sub>H/D Formation
Mechanism and Isotope Effect. Journal of Physical Chemistry C, 2017, 121, 8480-8489. 3.1 2

62 Quantum Chemical Estimation of Acetone Physisorption on Graphene Using Combined Basis Set and
Size Extrapolation Schemes. Journal of Physical Chemistry C, 2017, 121, 8999-9010. 3.1 5

63 Coupled Cluster and Density Functional Studies of Atomic Fluorine Chemisorption on Coronene as
Model Systems for Graphene Fluorination. Journal of Physical Chemistry C, 2017, 121, 14888-14898. 3.1 12

64 Importance of oxygen in single-walled carbon nanotube growth: Insights from QM/MD simulations.
Carbon, 2017, 121, 292-300. 10.3 10

65 Electrically Activated Conductivity and White Light Emission of a Hydrocarbon Nanoringâ€“Iodine
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Er<sup>3+</sup> Photoluminescence in Er<sub>2</sub>@C<sub>82</sub> and
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Theory. Inorganic Chemistry, 2017, 56, 6576-6583.

4.0 10

67 Quantum chemical molecular dynamics simulation of carbon nanotubeâ€“graphene fusion. Molecular
Simulation, 2017, 43, 1269-1276. 2.0 5

68 Constructing Sulfonic Acid Functionalized Anthracene Derived Conjugated Porous Organic Polymer
for Efficient Metal-Free Catalytic Acetalization of Bio-Glycerol. ChemistrySelect, 2017, 2, 4705-4716. 1.5 15

69 Polymorphism of [6]Cycloparaphenylene for Packing Structure-dependent Hostâ€“Guest Interaction.
Chemistry Letters, 2017, 46, 855-857. 1.3 26

70 Structural influence of transition metal (Sc, Y, and Lu) atoms inside gold nanoparticles. International
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71 Indirect Intersystem Crossing (S1 â†’ T3/T2 â†’ T1) Promoted by the Jahnâ€“Teller Effect in Cycloparaphenylenes.
Journal of Chemical Theory and Computation, 2017, 13, 4944-4949. 5.3 7
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Multiscale Simulations on Charge Transport in Covalent Organic Frameworks Including Dynamics of
Transfer Integrals from the FMO-DFTB/LCMO Approach. Journal of Physical Chemistry C, 2017, 121,
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76 Electrically Activated Conductivity and White Light Emission of a Hydrocarbon Nanoringâ€“Iodine
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Divideâ€•andâ€•conquer, densityâ€•functional tightâ€•binding, and massively parallel computation. Journal of
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82 A global reaction route mapping-based kinetic Monte Carlo algorithm. Journal of Chemical Physics,
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83 Molecular dynamics in computational materials sciences: From the study of nanostructure formation
to the design of fluorescent dyes. AIP Conference Proceedings, 2016, , . 0.4 0
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Quantum Dot Systems. Journal of Physical Chemistry A, 2016, 120, 9767-9775. 2.5 2

85 Stacked antiaromatic porphyrins. Nature Communications, 2016, 7, 13620. 12.8 105

86 Molecular dynamical modelling of endohedral fullerenes formation in plasma. IOP Conference Series:
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Implementation of replica-exchange umbrella sampling in the DFTB<mml:math
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89 Theoretical analysis of structural diversity of covalent organic framework: Stacking isomer
structures thermodynamics and kinetics. Chemical Physics Letters, 2016, 664, 101-107. 2.6 13
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104 Designed synthesis of double-stage two-dimensional covalent organic frameworks. Scientific Reports,
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Locking Covalent Organic Frameworks with Hydrogen Bonds: General and Remarkable Effects on
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