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Coal pyrolysis is a process that involves a large number of chemical bond dissociations and
formations. In order to understand complex chemical reactions during coal pyrolysis process,
we have performed divide-and-conquer density-functional tight-binding molecular dynamics
(DC-DFTB-MD) simulation, which was developed in our group, using a large coal model. The
elevation of temperature resulted in an increase of gas and light tar.
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Fig.1. Flowchart for simulation. Fig. 2. Yields of gas and tar during coal pyrolysis.
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