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APPL ICATION OF QUANTUWM CHBEM ISTRY CALCULATION TO
INVEST IGATION OF COAL REACTIVITY

Wang Baojun ZhangYugui Qin Y uhong and X ie Kechang
(State K ey L aboratory o C1 Chemistry and Technology, T aiyuan U niversity
o Technology, 030024 T aiyuan)

ABSTRACT The methods of quantum chemistry calculation generally used in the inve-
stigation on reactivity of coal are introduced in thispaper. The gpplicationsof quantum chemistry
calculation to the two kinds of mportant coal reactivity are summarized, one is the change of
chamical bonds and themodynam ic parameters and the reaction kinetics during pyrolysisof coal,
the other is the reaction mechanisn and kinetics of coal surface structure under the action of
carbon dioxide and methane Through studieson relativework now available, the characteristics
and function of quantum chemistry calculation in the investigation for ocoal reactivity are
discussed, and it is found that the key problem about the gpplication of quantum chemistry
calculation to the investigation on the coal reactivity is how to reasonably establish and select an
initial model w hich can represent the characteristics of the researched processes

KEY WORDS ooal, quantum chemistry calculation, pyrolysis, gasification, reactivity



