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Figure S1. The correlation between simulated and experimental 1H NMR chemical 

shifts for Hα atoms, and amide protons of [G22]Aβ40 residues are shown in panel a, 

and b, respectively. The unit of chemical shift is ppm and R represent the correlation 

coefficient.  
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Figure S2. Comparison of simulated 3JHN-Hα coupling constants of [G22]Aβ40 residues 

(red) with experimental measurements published in 2008 (black). 
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Figure S3. The evolution of clusters for [G22]Aβ40 (black) and [A17/A19/G22]Aβ40 

(red) is shown during simulation. Y–axis represents number of microstates and X–axis 

represents molecular dynamics simulation time in ns. 
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Figure S4. The root-mean-square deviation (RMSD) and radius-of-gyration (Rg) 

distribution of [G22]Aβ40 for simulations with different initial velocities are shown in 

panel a, and b, respectively. The root-mean-square fluctuation (RMSF) of each residue 

in [G22]Aβ40 for simulations with different initial velocities is shown in panel c. The 

RMSD, Rg and RMSF data for simulation 1 and 2 of [G22]Aβ40 are represented by 

black and blue, respectively.   
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different initial velocities are shown in panel a, and b, respectively. The RMSF of each 

residue in [A17/A19/G22]Aβ40 for simulations with different initial velocities is shown 

in panel c. The RMSD, Rg and RMSF data for simulation 1 and 2 of 

[A17/A19/G22]Aβ40 are represented by black and blue, respectively. 
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Figure S6. The solvent accessible surface area (SASA) of each residue in [G22]Aβ40 
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Table S1. The secondary structure component statistics of [G22]Aβ40 and 

[A17/A19/G22]Aβ40 for simulations with different initial velocities. The standard error 
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Figure S1. The correlation between simulated and experimental 1H NMR chemical shifts for Hα 

atoms, and amide protons of [G22]Aβ40 residues are shown in panel a, and b, respectively. The 

unit of chemical shift is ppm and R represent the correlation coefficient. 
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Figure S2. Comparison of simulated 3JHN-Hα coupling constants of [G22]Aβ40 residues (red) 

with experimental measurements published in 2008 (black). 
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Figure S3. The evolution of clusters for [G22]Aβ40 (black) and [A17/A19/G22]Aβ40 (red) is 

shown during simulation. Y–axis represents number of microstates and X–axis represents 

molecular dynamics simulation time in ns. 
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Figure S4. The root-mean-square deviation (RMSD) and radius-of-gyration (Rg) distribution 

of [G22]Aβ40 for simulations with different initial velocities are shown in panel a, and b, 

respectively. The root-mean-square fluctuation (RMSF) of each residue in [G22]Aβ40 for 

simulations with different initial velocities is shown in panel c. The RMSD, Rg and RMSF 

data for simulation 1 and 2 of [G22]Aβ40 are represented by black and blue, respectively.   
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Figure S5. The RMSD and Rg distribution of [A17/A19/G22]Aβ40 for simulations with 

different initial velocities are shown in panel a, and b, respectively. The RMSF of each 

residue in [A17/A19/G22]Aβ40  for simulations with different initial velocities is shown in 

panel c. The RMSD, Rg and RMSF data for simulation 1 and 2 of [A17/A19/G22]Aβ40  are 

represented by black and blue, respectively.   
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Figure S6. The solvent accessible surface area (SASA) of each residue in [G22]Aβ40 and 

[A17/A19/G22]Aβ40. 
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Table S1. The secondary structure component statistics of [G22]Aβ40 and 

[A17/A19/G22]Aβ40 for simulations with different initial velocities. The standard error was 

evaluated by dividing the simulation data into three non-overlapping blocks. 

Model system helixa β-sheetb turn coil bend 

[G22]Aβ40 (simulation 1) 7   ± 2.25 14 ± 0.88 21 ± 2.60 31 ± 1.15 17 ± 3.00 

[G22]Aβ40 (simulation 2) 5   ± 2.87 15 ± 1.86 23 ± 2.94 30 ± 1.06 19 ± 2.94 

[A17/A19/G22]Aβ40 (simulation 1) 13 ± 1.34   7  ± 1.85 17 ± 2.73 27 ± 0.57 26 ± 1.88 

[A17/A19/G22]Aβ40 (simulation 2) 14 ± 2.77  9  ± 2.54 16 ± 1.17 28 ± 0.95 25 ± 2.35 

ahelix comprises 310, α, and πhelix ; bβ-sheet comprises β-strand and β-bridge 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 


