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Teilprojekt B6 (Hamm)
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Result from Global Fit:
   Coupling ββ = 6 cm-1

   Angle θθ = 106°
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Ramachandran Plot

Unique Structure:

   Φ = −60°, Φ = −60°, Ψ = 140°Ψ = 140°
   ⇒⇒  poly(Gly) II

From: H. Torii, M. Tasumi,  J. Raman Spectrosc . 29 (1998) 81
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MD Simulation (Y. Mu and G. Stock)

    φφ(°) ψψ(°) β β (cm-1)

Experiment -60  140     6

MD Simulation -68  141     5
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