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<sup>13</sup>C NMR Parameters of Disordered Carbons: Atomistic Simulations, DFT Calculations, and
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Timescale prediction of complex multi-barrier pathways using flux sampling molecular dynamics and
1D kinetic integration: Application to cellulose dehydration. Journal of Chemical Physics, 2020, 152,
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Simulating the Geological Fate of Terrestrial Organic Matter: Lignin vs Cellulose. Energy &amp; Fuels,
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Methane Diffusion in a Flexible Kerogen Matrix. Journal of Physical Chemistry B, 2019, 123, 5635-5640.
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Poroelasticity of Methane-Loaded Mature and Immature Kerogen from Molecular Simulations.
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Journal of Chemical Physics, 2012, 136, 124705. 3.0 7
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Microstructure of pyrocarbons from pair distribution function analysis using neutron diffraction.
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Theoretical Study of the Decomposition of BCl<sub>3</sub> Induced by a H Radical. Journal of 05 8
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Reaction Mechanism for the Thermal Decomposition of
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