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Applications of the Molecular Simulation in
Designing of Organic LEDs Polymers

LIN Tong, HE Qing-guo>BAI Feng-lian
(Organic Solid Lab,Institute of Chemistry , Chinese A cademy of Sciences Beijing 100080, China)

Abstract: In this report, we simply introduce the macromolecular simulation theories and a
precise simulation method-VEH method- The calculation result such as energy structure,frontier
orbital energy level, energy bond and transition energy etc are correlated with the experimental
determination such as conductivity, redox potential, UPS spectra; UV /VIS absorption and emis-
sion spectra photo-and thermo-stability, which are related to the properties of organic LEDs mate-
rials- The design method of new organic LEDs materials aided by molecular simulation is given
and discussed-

Key words :Quantum chemistry simulation;Theoretical simulation;Organic LEDs materials

Polymer LEDs materials-
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Recent Developments and New Applications of Chiral Macromolecular
Ligand-Metal Complexes in Asymmetric Catalysis

WENG Wen's YAO Bi-xia s CHEN Fei-yue s ZENG Qing-le’
(1.-Department of Chemistry, Zhangzhou Teachers College: Zhangzhou 363000, China;
2. Chengdu Institute of Organic Chemisty » A cademia Sinica> Chengdu 610041, China)

Abstract: The applications and recent developments of chiral macromolecular ligand-metal
complexes in asymmetric catalysis were reviewed- 93 references were presented-

Key words : Chiral macromolecular; Asymmetric synthesis; Asymmetric catalysis



