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Figure S1. Time dependence of average end-to-end distance (He-e) and radius of gyration (Rg) for 

polyetherimides (PEIs) aBPDA-P3 (a, b) and ODPA-P3 (c, d). The dashed lines indicate the 

average end-to-end distances, calculated by virtual bond formalism based on the free rotation 

around the adjacent bonds.  
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Figure S2. Chemical structure of repeat unit of the thermoplastic PEI ODPA-P3. Arrows mark the 

vectors D and P aligned along phenylene and phthalimide planar moieties of the polyimide chains 

under study which orientation to the nanotube axis was investigated in this paper. Phenylene rings 

in the moiety designated by D vector can rotate out of planar conformation, however such 

deviations from planar structure are small especially in the vicinity of CNT surface and phenylene 

rings are mostly coplanar. 
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Figure S3. The order parameter ( )S r  for the vector P in nanocomposites based on ODPA-P3 

simulated with and without accounting for partial charges. The values of partial charges were 

calculated using the HF/6-31G* (Mulliken) method. The dashed line indicates zero value of order 

parameter.   
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Figure S4. The order parameter ( )S r of the vectors a) D and b) P in nanocomposites based on 

ODPA-P3, calculated for the samples produced before and after switching between Lennard-Jones 

 L J ijU r
 and Weeks-Chandler-Anderson  ijW r  potentials after different simulation times.  
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Figure S5. Distribution of orientation angles θ of vectors D (a, c, e, g, i) and P (b, d, f, h, j) in 

nanocomposites based on ODPA-P3 before (a, b) and after (c-j) switching between Lennard-Jones 

 L J ijU r
 and Weeks-Chandler-Anderson  ijW r  potentials after different simulation times.  
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Figure S6. The order parameter ( )S r  (a) and distribution of orientation angles θ of vectors D in 

nanocomposites based on ODPA-P3 at the increase in the potential well depth ε by 0.1 (b), 1 (c), 

and 5 (d) times as compared to the initial parameters of the Gromos53a5 force field after 1 µs 

simulation time.  
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