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First principle study and Hirshfeld surface analysis on the effect of type, number, and position of
small molecules on the structural stability and optical property of a powerful energetic crystal
6-nitro-7-azido-pyrazol[3,4-<i>d</i>][1,2,3]triazine-2-oxide. Materials Advances, 2022, 3, 1035-1046.
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2
Optimization and design for the curing process of solid azide propellant: Influence of typical
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3 Quantum chemical investigations of reaction mechanism. Theoretical and Computational Chemistry,
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4 Tuning Nitrate Electroreduction Activity via an Equilibrium Adsorption Strategy: A Computational
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6 Effects of oxidizing molecules on the thermal decomposition of TTDO by ab initio molecular dynamics
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Molecular design, property prediction, and intermolecular interactions for highâ€•energy cage
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8 External electric field induced conformational changes as a buffer to increase the stability of
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9 Theoretical studies of size effects on surfacial properties for CL-20 and NTO nanoparticles.
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10 Theorectical Studies on Surface-Induced Energetic, Electronic, and Vibrational Properties of
Triamino-trinitrobenzene Nanoparticles. Journal of Cluster Science, 2021, 32, 887-897. 1.7 2
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Ab initio molecular dynamics studies on the ignition and combustion mechanisms, twice exothermic
characteristics, and mass transport properties of Al/NiO nanothermite. Journal of Materials Science,
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Cisâ€“Trans Isomerization and Thermal Decomposition Mechanisms of a Series of N<i><sub>x</sub></i>
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15 Thermal decomposition mechanisms of benzotrifuroxan:2,4,6-trinitrotoluene cocrystal using
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16 Structure, intermolecular interactions, and dynamic properties of NTO crystals with impurity
defects: a computational study. CrystEngComm, 2021, 23, 2455-2468. 1.3 14

17 Using a Thin ZnO Film as an Intermediate Layer to Tune the Performance of Mg-Based Nanolaminates: A
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18 Computational Design of High Energy RDX-Based Derivatives: Property Prediction, Intermolecular
Interactions, and Decomposition Mechanisms. Molecules, 2021, 26, 7199. 1.7 1
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2,4,6-triamino-5-nitropyrimidine-1,3-dioxide. Journal of Materials Science, 2020, 55, 237-249.
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Thermal decomposition mechanisms of the energetic benzotrifuroxan:1,3,3â€•trinitroazetidine cocrystal
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21 Possible pre-phase transition of the Î±-HMX crystal observed by the variation of hydrogen-bonding
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22 Computational study of energetic derivatives of 3,3â€²-bridged ditriazoles. Canadian Journal of
Chemistry, 2020, 98, 115-127. 0.6 1

23 Conformational Changes and Decomposition Mechanisms of HMX-Based Cocrystal Explosives at High
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24 Computational insight into energetic cage derivatives based on hexahydroâ€•1,3,5â€•trinitroâ€•1,3,5â€•triazine.
Journal of the Chinese Chemical Society, 2020, 67, 961-968. 0.8 1

25 Theoretical studies on the structure and properties of DAT/BTNAT cocrystal under high pressure.
Canadian Journal of Chemistry, 2020, 98, 128-133. 0.6 1

26 Coupling effect of high temperature and pressure on the decomposition mechanism of crystalline
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27 Ab initio molecular dynamics studies on the transport mechanisms of oxygen atoms in the adiabatic
reaction of Al/CuO nanothermite. Chemical Physics Letters, 2020, 745, 137278. 1.2 9
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31 Effect of particle size on the thermal decomposition of nano Îµ-CL-20 by ReaxFF-lg molecular dynamics
simulations. Chemical Physics Letters, 2020, 761, 138067. 1.2 10

32 Î²â€‰â†’â€‰Î´ phase transition and initial decomposition of HMX nanoparticle from reactive molecular dynamics
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Effectively improving the energy of monocyclic imidazoles to a high level by the introduction of
bridge-rings and nitro groups through different kinds of Dielsâ€“Alder reactions: a DFT study.
Molecular Systems Design and Engineering, 2020, 5, 1679-1690.
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Intermolecular interactions, vibrational spectra, and detonation performance of
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<scp>Density functional theory</scp> studies of effects of boron replacement on the structure and
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Computational insight into polynitromethyl- and polydifluoroaminomethyl-substituted energetic
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78.
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Mechanisms and kinetics of initial pyrolysis and combustion reactions of
1,1-diamino-2,2-dinitroethylene from density functional tight-binding molecular dynamics simulations.
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46 Pressure-induced structure, vibrational properties, and initial decomposition mechanisms of Î´-HMX
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51 Effects of Noncovalent Interactions on the Impact Sensitivity of HNS-Based Cocrystals: A DFT Study.
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5

Weihua Zhu

# Article IF Citations

55 Molecular design on a new family of azaoxaadamantane cage compounds as potential high-energy
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Adiabatic and constant volume decomposition process of condensed phase
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3,3â€²-dinitro-5,5â€²-bis-1,2,4-triazole-1,1-diolate: An ab initio molecular dynamics study. Fuel, 2017, 202,
246-259.

3.4 9

68 Theoretical studies of a series of azaoxaisowurtzitane cage compounds with high explosive
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New concept for the design of zero-hydrogen energetic materials with high energy and low
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The search for new powerful energetic transition metal complexes based on
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72 Theoretical Design on a Series of Novel Bicyclic and Cage Nitramines as High Energy Density
Compounds. Journal of Physical Chemistry A, 2017, 121, 9163-9171. 1.1 16
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80 Pressure-induced changes in the structural and absorption properties of crystalline
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84 Vacancy-induced initial decomposition of condensed phase NTO via bimolecular hydrogen transfer
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85 Insights into the roles of two constituents CL-20 and HMX in the CL-20:HMX cocrystal at high
pressure: a DFT-D study. RSC Advances, 2015, 5, 34216-34225. 1.7 24
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Formation and growth mechanisms of natural metastable twin boundary in crystalline
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1.7 7
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How does low temperature coupled with different pressures affect initiation mechanisms and
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92 DFT-D studies on structural variation and absorption properties of crystalline benzotrifuroxan
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93 Periodic DFT study of structural, electronic, absorption, and thermodynamic properties of crystalline
Î±-RDX under hydrostatic compression. Structural Chemistry, 2014, 25, 451-461. 1.0 7

94 A DFT study of the unimolecular decomposition of 1,2,4-butanetriol trinitrate. Journal of Molecular
Modeling, 2014, 20, 2081. 0.8 7
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102 Catalytic behavior of hydrogen radicals in the thermal decomposition of crystalline furoxan:
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104 Pressure-induced structure and properties of crystalline Î²-FOX-7 by LDA and GGA calculations.
Structural Chemistry, 2014, 25, 1625-1633. 1.0 5
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107 Theoretical studies on the unimolecular decomposition of nitroglycerin. Journal of Molecular
Modeling, 2013, 19, 1617-1626. 0.8 14

108 Molecular Design of Tetrazole- and Tetrazine-Based High-Density Energy Compounds with Oxygen
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Comparative theoretical studies on energetic substituted 1,2,4-triazole molecules and their
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111
Theoretical studies on the structures, heats of formation, energetic properties and pyrolysis
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Structural Chemistry, 2013, 24, 1071-1087.
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0.8 13

113 Theoretical studies of energetic nitrogen-rich ionic salts composed of substituted
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114 Computational study of energetic nitrogen-rich derivatives of
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115 A comparative theoretical study of heterocycle-functionalized tetrazolate- and
tetrazolate-1-oxide-based dianionic salts. Canadian Journal of Chemistry, 2013, 91, 1233-1242. 0.6 13

116
Pressure effects on structural, electronic, absorption, and thermodynamic properties of crystalline
2,4,6-triamino-3,5-dinitropyridine-1-oxide: A DFT study. Journal of Physical Organic Chemistry, 2013, 26,
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117 Periodic density functional theory study of the high-pressure behavior of energetic crystalline
1,4-dinitrofurazano[3, 4-b]piperazine. Journal of Molecular Modeling, 2013, 19, 305-314. 0.8 7

118 Molecular design of trinitromethyl-substituted nitrogen-rich heterocycle derivatives with good
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119
Structureâ€“property relationships of energetic nitrogen-rich salts composed of triaminoguanidinium
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120 Structural Transformations and Absorption Properties of Crystalline 7-Amino-6-nitrobenzodifuroxan
under High Pressures. Journal of Physical Chemistry C, 2013, 117, 16830-16839. 1.5 36

121 Comparative theoretical studies of dinitromethyl- or trinitromethyl-modified derivatives of CL-20.
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First-principles study of the structural transformation, electronic structure, and optical properties
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123 Theoretical study of energetic trinitromethylâ€•substituted tetrazole and tetrazine derivatives. Journal
of Physical Organic Chemistry, 2013, 26, 939-947. 0.9 19

124 DFT study of structural, electronic, and absorption properties of crystalline Î²-RDX under pressures.
Canadian Journal of Chemistry, 2013, 91, 968-973. 0.6 5

125 Initial chemical events in shocked octahydro-1,3,5,7-tetranitro-1,3,5,7- tetrazocine: A new initiation
decomposition mechanism. Journal of Chemical Physics, 2012, 136, 044516. 1.2 34
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Characterization of nitrogen-bridged 1,2,4,5-tetrazine-, furazan-, and 1H-tetrazole-based
polyheterocyclic compounds: heats of formation, thermal stability, and detonation properties.
Journal of Molecular Modeling, 2012, 18, 3467-3479.

0.8 34
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127
Computational studies on the heats of formation, energetic properties, and thermal stability of
energetic nitrogen-rich furazano[3,4-b]pyrazine-based derivatives. Computational and Theoretical
Chemistry, 2012, 992, 110-119.
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128
Prediction of the properties and thermodynamics of formation for energetic nitrogenâ€•rich salts
composed of triaminoguanidinium cation and 5â€•nitroiminotetrazolateâ€•based anions. Journal of
Computational Chemistry, 2012, 33, 1781-1789.
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129 First-principles study of the structure, mechanical properties, and phase stability of crystalline
zirconia under high pressure. Structural Chemistry, 2012, 23, 601-611. 1.0 13

130 Design and selection of nitrogen-rich bridged di-1,3,5-triazine derivatives with high energy and
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131 Ab Initio Molecular Dynamics Study of Temperature Effects on the Structure and Stability of Energetic
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132 Density functional theory studies of energetic nitrogen-rich derivatives of substituted
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133 Theoretical studies of furoxan-based energetic nitrogen-rich compounds. Structural Chemistry, 2011,
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