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Fig.1 Chemical structures of (A) poly(3-hydroxybutyrate) (PHB) and (B) poly(3-hydroxybutyrate
-co-3-hydroxyhexanoate), (P(HB-co-HHx)) (HHx=2.5, 3.4, and 12 mol %).
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Fig.2 Temperature dependent of (A) the wavenumber of the CH stretching band at 3009cm™
(IR spectra) and (B) a lattice parameter of PHB crystalline (x-ray diffraction).
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Fig.3 (A) Optimized structures of three conformers of the model (CH;CH,CH(CH3)OCOCH,CH
(CH3)OCHpg) for PHB calculated at the B3LY P/6-31G(d) level. Doted lines indicate CH...O hydrogen
bonding, the (C)H...O distances (in A) were calculated at the B3LY P/6-31G(d) (MP2/6-31G(d)) level
(Gaussian 98). (B) Optimized structure (two projections) of the dimer of the PHB model calculated at
the MP2/6-31+G(d) level. Doted lines indicate C-H...O hydrogen bonding, the (C)H...O distances

were calculated MP2/6-31G+(d) level.



