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Variable Charge Reactive Potential for Hydrocarbons to Simulate Organic-Copper Interactions. 05 o1
Journal of Physical Chemistry A, 2012, 116, 7976-7991. :

Development of a ReaxFF Reactive Force Field for NaSiO«<i> <sub>x</sub><[i>[Water Systems and Its
Application to Sodium and Proton Self-Diffusion. Journal of Physical Chemistry C, 2018, 122,
19613-19624.

Variable charge many-body interatomic potentials. MRS Bulletin, 2012, 37, 504-512. 3.5 58

Graphenea€“Titanium Interfaces from Molecular Dynamics Simulations. ACS Applied Materials &amp;
Interfaces, 2017, 9, 33288-33297.

Properties of Ti[TiC Interfaces from Molecular Dynamics Simulations. Journal of Physical Chemistry C, a1 25
2016, 120, 12530-12538. )

Molecular dynamics simulations of CO2 reduction on Cu(111) and Cu/ZnO(10 <mml:math) Tj ETQq1 1 0.784314 rgBT [Overlock 10
3.3 24
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