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Vibrational energy redistribution in crystalline nitromethane simulated by <i>ab initio</i> molecular

dynamics. RSC Advances, 2021, 11, 9557-9567.

Thermal properties of energetic materials from quasi-harmonic first-principles calculations. Journal 18 3
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Shockéa€driven electron redistribution studies of triamino trinitrobenzene using time&€resolved Raman
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First-Principles Calculations for Stable 12-Tia€“Mo Alloys Using Cluster-Plus-Glue-Atom Model. Acta
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<i>Ab initio</i> molecular dynamics simulation of vibrational energy redistribution of selective
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2019, 21, 20822-20828.

The pressure effects and vibrational properties of energetic material: .
Hexahydroa€d,3,5a€trinitroa€d,3,5a€triazine (<i>l+</[i>a€RDX). Journal of Raman Spectroscopy, 2019, 50, 889-898:

Pressure dependence on electronic structures, charge distribution and bond orders of solid

nitromethane using nonlocal DFT functional. Molecular Simulation, 2018, 44, 1454-1460. 2.0 2

Time&€resolved Raman spectroscopy for shocka€driven intramolecular electron redistribution of

cyclotrimethylene trinitramine (RDX). Journal of Raman Spectroscopy, 2018, 49, 1645-1651.

Traching Intramolecular Vibrational Redistribution in Polyatomic Small-Molecule Liquids by Ultrafast 05 17
Timea€“Frequency-Resolved CARS. Journal of Physical Chemistry A, 2017, 121, 4948-4952. :

Visualizing Intramolecular Vibrational Redistribution in Cyclotrimethylene Trinitramine (RDX)

Crystals by Multiplex Coherent Anti-Stokes Raman Scattering. Journal of Physical Chemistry A, 2017,
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