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• Heterooligomers of (αβ)n-sequences have demonstrated the adoption of 11-, 14/15- and

11/9 helices.

• (αγ)n-sequences have exhibited the ability to form 12- and 12/10- helical structures.

• In contrast to the prevalent protein secondary structures such as α-helix and β-sheets, β-

double helices are rare in proteins.
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Computational Studies of Peptide P3 in CHCl3
Simulations of Peptide P3 in CHCl3

P3 solvated with 9019 molecules of CHCl3 & 

their stability upto 300 ns 
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Red line shows the running average of the 

density & RMS deviation for 1 ns.
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• This is the first example demonstrating that ,-hybrid peptides can adopt

into anti-parallel β-double helical structures.

• Both NMR structural analysis and computational studies revealed the anti-

parallel orientation of ,-hybrid peptides strand of β-double helix.

• The anti-parallel β-double helical structure is stabilized through 16-inter

strand H-bonds and its total free energy is around -101.87 kJ/mol.
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