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Figure S1.Three initial structures for designed PVP (m=4) conformers. Atoms are represented as
blue (N), red (O), grey (C) and white (H).
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Figure S2. Optimized structures and relative energies (in Kcal/mol) for designed PVP (m=4)
conformers with M06/6-31G(d) level at Gaussian 09. Atoms are represented as blue (N), red (O),
grey (C) and white (H).
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