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研究成果概要 
 This year, our lab carried out DFT calculation to simulate the reactions occurred during our 
designed polymerization. There were mainly three projects were highly relied on DFT 
calculation. The first one is to calculated the substituent effect on the copolymerization of vinyl 
tellurides, which were designed as the monomer for the formation of branched structure on 
copolymer. We systematically calculated all of the possible reaction routes during the 
copolymerization for all of the target substituents. The resulting calculation data will be applied 
for training the prediction model. The second one is to calculate the substituent and ring-size 
effect on the ring-opening polymerization of cyclic monomers. Through DFT calculation, we 
successfully proved that ring-size are the most crucial factors for the ring-opening efficiency for 
our designed cyclic monomer. Now we are trying to synthesize the cyclic monomer according to 
the calculation results. The third one is to calculated substituent effect on the oxidation reaction 
of designed polymer backbone, which potentially perform as polymer degradation reaction. 
Currently, we are still trying to screening the potential substituent. 
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