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Abstract: The temperature-induced conformation changes of Af42 protein were studied by molecular dynamics simu-
lation. The three independent molecular dynamics simulations of Af42 protein at different temperatures 300 K, 340 K
and 380 K, were performed using the GROMACS software package and GROMOS 43A1 force field, respectively. Each
simulation was run for 60 ns. Based on the simulations, we analyzed the conformation changes of A$42 protein and the
formation of its secondary structure and tertiary structure. The results indicated that Af42 protein has no stable structure
and it has the characters of intrinsically disorder proteins at the different temperatures. It also shows that the structure of
Ap42 protein change obviously with different temperature. In addition, there is a change tendency from a-helix to
[S-sheet at 380 K.
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Figure 1. The structure of Ag42 (PDB entry 11TY)
B 1. Ap42 BLZEHI(PDB K5 79 11YT)
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Figure 2. RMSD and Rg of Af42 protein as a function of simula-
tion time: (a) For RMSD; (b) For Rg
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Figure 3. The formation of secondary structure for residues during the simulation of 20~60 ns: (a) 300 K; (b) 340 K; (c) 380 K
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Figure 4. Potential of mean forces obtained from Ramachandran (¢, y) angles distributions for the residues: (a) 300 K; (b) 340 K; (c) 380 K
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Figure 5. The snapshot of protein during the simulations
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Table 1. The results of cluster
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