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1. Thin film nanocomposit
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1. Graphen oxide

2. Carbon nanotube

3. Single wall nano tube

4. Multi wall nano tube

5. Metal organic framwork
6. Mixed matrix membranes
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1. Mean square displacement
2. Permeance

3. Gas Permeation Unit

4. Potential of mean force

5. Umbrella sampling
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The gas separation from the mixture of gases is carried out
using different methods in the industries. The membrane
technology was expanded in the separation field since its
efficiency and appropriate operational characteristics were
elucidated using various kinds of membranes. Todays, the
membrane technology is one of the most widely used
process in the industries due to lower energy requirements,
compact size, less damage to the environment, and higher
economic efficiency. Computational studies and molecular
dynamics (MD) simulations have clarified some obscures
in the field of the membrane technology. MD simulations
are powerful tools to complement experimental evidence
or predict the transport phenomena of various gases for
separation of the special molecules. Particularly due to
integrating Newton’s equations of motion for all atomsin a
system, as they can provide direct structural and dynamical
information at the atomic level. As a result, the interaction
of the particles on the atomic scale can be obtained.
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