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In order to study the reaction mechanism of coal spontaneous combustion, the calculations were .
performed with the Gaussian 03 program.At the B3LYP/6-311G level, the reaction mechanism of b EEE
thiophene type organic sulfur in coal structure with O2 was studied by using density functional theory (N=

(DFT) method.The calculations show that initial connection of the reactant has three forms, the reactant )]

of path 1 in it is readily isomerized to the intermediate IM1 through the transition state TS1, this process

is exothermic process without overcome potential barrier, it show that thiophene type organic sulfur in
coal contact with oxygen to be oxidized without absorbing heat from outside; this reaction has six F Article by Dai,F.W

reaction paths, the path 2 is the main reaction path, its rate-controlling step is the transition state F Article by Deng,C.B
TS6, its reaction energy barrier is 117.06 kJ/mol, P2(C4H40+S0) is the main product.
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