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your Zip archive. If the software that you use.Configuration-dependent conformational changes in the helix-turn-helix motif of Escherichia coli hemolysin. The three-dimensional structure of a
synthetic 36-residue protein, composed of the helix-turn-helix motif (His-Glu-Lys-Tyr-Gly-Trp-Leu-His-Leu-Gly-Leu-His-Leu-Gly-Leu-Leu-Gly-Leu-Lys-Gly-Leu-Val-Gly-Lys-Leu-Ile-Ala-Ile-Asn-Pro-Thr-Pro-
Pro-Pro-Ser-Gly-Lys-Ser-Pro-Phe-Glu-His-Leu-Pro-Ala-Arg-Ser-Ser-Lys-Gly-Asp-Ile-Gly-Gly), was determined from 1H nuclear magnetic resonance (NMR) spectra and computer-generated geometric
parameters. Protein-folding simulations were carried out by using two different algorithms, the Monte Carlo method and the generalized Born method. Both methods yielded very different predictions
for the equilibrium interhelical angle (alpha). The Monte Carlo method yielded an alpha = 48 degrees and a beta = 1.0 degree, whereas the generalized Born method gave an alpha = 27 degrees and
a beta = 86 degrees. Upon acquisition of the NMR spectra the helix-loop-helix-turn motif was converted into a beta-sheet structure. Thus the helix-turn-helix conformation (alpha) was found to be
dependent on protein solution conditions. The results obtained were used to analyze and interpret the measured three-dimensional structure of Escherichia coli hemolysin, a protein which exhibits
two distinct conformations, alpha and beta. The NMR analysis confirmed that the primary structure of hemolysin is composed of an alpha-helix, a loop, and a 3(10)-helix. This motif has a hydrophobic
core. An alpha-helix-turn-helix conformation (alpha) was associated with conditions which induced a beta-sheet structure.
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