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Taking the COC2 system as an example, the fitting process using datapoints from 

different temperature window are shown in the following figure. It can be seen that 

when we use more data points from lower temperatures, the VFT fitting will lead to a 

lower Tg value. However, such variation in extrapolated Tg value slowly converges 

during this process. In particular, when the  increases from 103 ps 104 ps, the Tg 

value decreases from 323 K from 321 K, the difference is in the order of < 1%. 

Therefore, we stop the further decrease of the simulation temperature for the purpose 

of computational efficiency.  

Figure S1. Temperature dependence of segmental relaxation time for COC2 polymers with 

different windows, lines represent the least-squares fitting with VFT equation. 

 


