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A molecular representation of a bituminous coal was constructed and wsed for visualization of sequestration. Specifically, small sorbates (carbon dioxide, methane, and water) were
evaluated on their behavior inside the strocture.

Due to the scale of the model, only micropores are present
in the structure. Micropores are the important location
for the carbon dioxide storage within coal.

A model of bituminons coal was generated

based on experimental data, such as HRTEN,
as seen below,
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This plet shows that all of the
micropore volome is occopied by
maolecules with an entrance size of at

The micropore volume of the structure was determined and plotted as a function of
entrance size of both carbon dioxide and methane. It is shown that carbon dioxide
arbon Dioxide can enter 81% of the micropore volume, while methane can only enter 68% of the

least 10.75A. Methane micropare volome. The strocture was kept rigid during this
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. | I simulation. 1T allowed to relax more carbon
i 1 dinxide is expected to access the micropore volume
=& L N | This figure confirms that molecular sieving occurs in st D 5.7 4 through imbibition into the strocture, which does
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these idealized rigid, v-shaped pores. Sieving occurs
arsund 5A, in which carbon dioxide can asccess these
o smaller pore entrances that methane cannot.

not oceur with methane.
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The methane from the coal bed can be wpsed as a domestic Carbon dioxide that is seguestered won't be emitted to the atmosphere, and Water is Known to reduce the capacity of OO, that the coal bed
energy source. This representation shows an average amount therefore won't add to the potential global climate change. Based on the 2:1 O, can hold. This representation depicts the as-received maoistore
(470 Scfton) of methane .fmmd in bitnminons coal based on to CH, ratio expected in bituminous coal, this model has twice the number of of hitnminons coals, which is based on the molecolar mass of
the molecular mass that this model has. methane molecules represented as carbon dioxide molecules. this structure.
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