
Supplementary Material of: 

Thermal Behavior in FeCuCrCoNi High Entropy Alloys 4 

Nanoparticles: An Atomistic Approach  

Max Ramirez1,2, Alejandro Prada3, Fiorella Roco3, Krishna Queirolo3, Walter Smidth3, 

Fernando Corvacho2,4, 6 Samuel Baltazar3,4, Jose Rogan,3 and Felipe J. Valencia2,3,5,*  

1 Departamento de Fisica, Facultad de Ciencias, Universidad de Chile, Casilla 653, Santiago 

7800024, Chile  

2 Centro para el Desarrollo de la Nanociencia y la Nanotecnologia, CEDENNA, Avda. 

Ecuador 3493, Santiago 9170124, Chile  

3 Departamento de Computacion e Industrias, Facultad de Ciencias de la Ingenieria, 

Universidad Catolica del Maule, Talca 3480112, Chile  

4 Facultad de Ciencias, Departamento de Fisica, USACH  

5 Centro de Innovacion en Ingenieria Aplicada, CIIA, Facultad de Ciencias de la Ingenieria, 

Universidad Catolica del Maule, Talca, Chile  

* Correspondence: felipe.valenciad@gmail.com 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Information (SI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2025



    

 

 

 

 

 
 

 

 

 

 

Fig S1. Crystalline structure as a function of temperature for  different nanoparticle sizes. a), b), c), d) y e) 
correspond to radius of  5, 7.5, 10, 15 y 20 A, respectively. Crystalline structure was identified with PTM 
algorithm. 
 
 



 

 

 

 
 

 

 

 

 

 

 

 

 

 

Fig. S2. Illustration of the nanoparticles as a function of temperature (K) and nanoparticle size (Å). The figure 
shows the nanoparticle with a cross-section along the uniaxial Y direction and the predominant crystal structure 
of each atom. 
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Fig S3. Curves of the WC parameter for each atom in NP as function of time and different sizes. <WC>_xy is the 
computed WC of atom y respect to atom x, where x, y={Co, Cr, Cu, Fe, Ni}. The graphs in columns A), B), C), 
D), and E) correspond the WC curves computed for Cu, Cr, Cu, Fe, and Ni atoms, respectively. 


