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Molecular modeling on transportation of CO2 in montmorillonite:

Diffusion and permeation
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4.conclusion

CO2 diffusion and permeation in Mt under varying conditions is investigated by
MD. The results show that while both water content and temperature are positively
correlated to the SDC, the SDCs of CO2 and H2O display a peak with the increase
of CO2 concentration. To explain the unusual findings of the SDC further, FFV
within Mt and the displacement distribution of CO2 is analyzed. It is found that
FFV has an important effect on the diffusion of gas molecules in Mt. The increase of
CO2 concentration causes the Mt to expand, increasing the internal FFV of Mt and

providing gas molecules with more space for diffusion.
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