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Molecule Design of the Synthesis Route of
Dihydroxyldiphenoxydimethyl Silane and Its Characterization

HONG Xiao-bin, XIE Kai, XIAO Jia-yu
{College of Aerospace and Material Engineering, National Univ. of Defense Technology, Changsha 410073, China)
Abstract : Enthalpy change for different synthesizing route of dibiydroxyldiphenoxydimethyl silane was caleulated with seri-empirical-
AM1 and Molecular Dynamics by means of HyperChem7.0. The theoretical calculation gave optimized synthesizing route and IR specira
of the novel target compound. It showed thar synthesis of dihydroxyldiphenoxydimethyl silane by dimethydiethoxyalkexy silane was
favorable according to thermodynamic calculation resuks, The target compound can be obtained in the synthesizing experiment.
Hyperchenm?7 .0 was useful in synthesis and characterizing of novel organic compoind.
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Fig.2 R spectra of products from synthesizing route (2) (experimental result}
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Fig.3 IR spectra of products from synthesizing route (4) (experimental result)
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