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Synthesis and characterization of 2,6-naphthalenedithiol

YU Jingchua DU Hong-guang GUO Hongyou
(College of Science ,Beijing Universty of Chemicd Technology ,Beijing 100029 , China)

Abgract: A new synthetic goproach to 2,6 ngphthaenedithiol was reported. Sodium 2, 6-ngphthaenedis
ulfonate were used as reactants. The efectsof the molar ratio of materia ,reaction temperature ,refluxing time,
purity of the reagent and the discharge of hydrochloride were investigated. Results show that 2 ,6-naphthaene
disulfonyl chloride isobtained when the reaction temperature is 110  and that 2 ,6-ngphthalenedithiol can be
well-obtained under following optimized conditions i. e. the reaction temperature of 70 and releasng hy-
drochloride from beginning to end ,with the yield of more than 80 %. The structure of 2,6 ngphthaenedithiol
was characterized by IR,"H-NMR spectrum and elementary anayss.
Key words: sodium 2 ,6-naphthaenedisulfonate; 2 ,6-naphthaenedithiol ; syntheds; characterization
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Molecular dynamics simulation of structral properties of liquid Al2O3

XIEJia DENGJie SHI Hongyun
(Department of Chemistry , Guizhou University , Guizhou Guiyang 550025, China)

Abgtract : The structural propertiesof the liquid Al,O5; and the effectsof temperatures and pressure on them were
investigated by means of the molecular dynamics (MD) technique. The smulated resultsof the partia pair-dis
tribution functions, average coordination numbers, bond-lengths and the bond-angle distributions were compared
with their experimenta values, and it isfound that the Smulated results by MD are in more agreeable to them
than that given by the previoudy smulations. The bond-vaence technique provided us afurther validation to our
smulated results. In the liquid state there is a short-range order dominated by a omewhat distorted AIO;  te-
trahedron, and most of these tetrahedra are connected by an oxygen atom which links three tetrahedra to each
other. Inthe studied range, the structuresof the liquid Al,Os do not change with temperature and pressure.
Key words: liquid Al,Os3; molecular dynamics dmulation; structura information



