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The automatic extraction of the chemical bonds information
in the chemical structure images

SUN Lan-lan', LI Cun-hua** , GUAN Yan’
(1. School of Computer Science and Technology, China University of Mining and Technology, Xuzhou 221116, China;
2. School of Computer Engineering, Huaihai Institute of Technology, Lianyungang 222005, China)

Abstract: The inflection points are very important for chemical structure graphs. If the inflection points of chemical
structures could be discriminant effectively, they would make the effectiveness of the extraction of chemical bond infor-
mation improved greatly. The characteristics of the chemical structure was analyzed and summarized, and the advanta-
ges and disadvantages of the Hough method was balanced. It was found that the offset value of the edge points was with
strong regularity , which played an important role on the extraction of the inflection points and the judgment of chemical
bond type. Finally, the experiments selected 100 BMP figures of the molecular structure to extract and count the chemi-
cal bond information. The statistic results showed that the accuracy rate of chemical bonds information extraction was of
73.83% , which proved the effectiveness of this method.
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Fig.4 The flow chart of intersection points and
end points screening
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Fig.6 The diagram of chemical structure line segments extraction
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chemical structure diagrams
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