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Time-Dependent Density Functional Tight-Binding Method. Journal of Chemical Theory and
Computation, 2019, 15, 1719-1727

Theoretical Analysis on Temperature- and Pressure-Dependences of NO-CO-O2 Reaction on
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40, 1538-1549

Reversible Sodium Metal Electrodes: Is Fluorine an Essential Interphasial Component?. Angewandte
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The divide-and-conquer second-order proton propagator method based on nuclear orbital plus
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