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Figure S1. Results of total energies calculations for DFT and ab-initio methods 
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   (c)        (d) 

Figure S2. Dihedral energies plots of 1 C-C bond a – MMFF94, b – OPLS-aa, 2 C-C 
bond c – MMFF94, d – OPLS-aa 
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Table S1: Number of repeats used for averages in Table 1 

Monomer Average sampling 

HPMA-20 

6 

6 

5 

HPMA-40 

6 

4 

6 

HPMA-60 

3 

3 

4 

HPMA-80 

3 

5 

4 

HPMA-100 

3 

4 

3 

HPMA-120 

2 

3 

4 

HPMA-140 

3 

3 

3 

HPMA-160 

3 

3 

3 

HPMA-180 

2 

3 

3 

HPMA-200 

2 

2 

2 

HPMA-220 

2 

2 

2 
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HPMA-265 

2 

2 

2 
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