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 Figure 1: Representation lattice and off-lattice models.
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state. 

Figure 2: Graphic representation of the protein studied in its native

𝑈𝑇𝑂𝑇𝐴𝐿 = ∑ 𝑈𝑖𝑗

𝑖>𝑗



 

14 
 

β

  

 



 

15 
 

 

 

 

 



 

16 
 

𝐸𝑖 𝑇𝑖  𝐸𝑗

𝑇𝑗

𝑘𝐵

𝛥𝐸 > 0



 

17 
 

 

Figure 3: Graphic representation of some of the configurations obtained by PTMC abd the model protein.
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𝐹(𝑅) =  −𝑘𝐵𝑇 ln (𝑃(𝑅))  
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Figure 4: Energy landscape using Q as the reaction coordinate.

 

 

Figure 5: Scheme of the beaviour of free energy against a folding reaction coordinate.
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 Figure 6: Probability of obtaining a certain value of the native-contact fraction in the ensemble of configurations for 

each of the temperatures analysed.
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𝐹(𝑄) =  −𝑘𝐵𝑇 𝑙𝑛 (𝑃(𝑄)) 

 

Figure 7: Profile of the free energy landscape as a function of the native-contact franction 

for the ensemble of configurations for each of the temperatures analysed.
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Figure 8: Probability of the native-contact fraction in the ensemble of configurations for T=13.

 

 

Figure 9: Probability of the native-contact fraction in the ensemble of configurations for T=13.5.
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Figure 10: Probability of the native-contact fraction in the ensemble of configurations for T=14
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Figure 11: Profile of the free energy landscape as a function of the native-contact fraction for the ensemble of configurations 

for T=13.

 

Figure 12: Profile of the free energy landscape as a function of the native-contact fraction for the ensemble of configurations 

for T=13.5
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 Figure 13: Profile of the free energy landscape as a function of the native-contact fraction for the ensemble of configurations 

for T=14.
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𝐹(𝑅𝑀𝑆𝐷) =  −𝑘𝐵𝑇 𝑙𝑛 (𝑃(𝑅𝑀𝑆𝐷)) 
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