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Thermodynamic stability of semiclathrate hydrates using molecular dynamics
simulation
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Semi-clathrate hydrates are expected as a new method of ener?y storage and
molecular storage. However, the storage efficiency of energy and molecules are greatly depending on
its component. Therefore, in order to search for a more efficient semi-clathrate hydrate, we have
verified the method of estimating the molecular storage amount and formation conditions by
calculation. As a result, the the calculation method to estimate the storage performance of energy
and molecules using first-principles calculations were clarified.
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