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Fig.1 Model of three kinds of coal
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Fig.2 Model of high-valatile bituminous coal
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Fig.3 Model of low-valatile bituminous coal
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Table 1 Distribution of electronic ¢loud of carbon atom of

high-valatile bituminous coal
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Table 2 Distribution of electronic clond of carbon atom of

low-valatile bituminous coal
p p lln o |la  »p
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Table 3 Distribution of electronic cloud of carbon atom of

anthracite
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Fig.5 Optimum stereoscopic structure of anthracite
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Quantum Chemistry Study of Effect Mechanism of Polymer on Coal Surface

ZHANG Jinglai

Resources Engineering School, UST Beijing, Beijing 100083, China

ABSTRACT The macro-qualities of coal have been explained completely. But its micro-qualities need to be
studied. The electric charge distribution on the surface of coal was calculated by means of quantum chemistry.
The mechanism that polymers are adsorbed on coal surface is analyzed in detail, which successfully explains
why anionic polymers are adsorbed by coal surface with negative charge. Because it uneven electron density
in distribution, some area of electron density is thinner on the coal surface. So the active group of polymer
could be adsorbed on it by means of van der Wauls and hydrogen bond force.
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