
Supplementary Information 

 

S1: Potential energy functions used to describe inter and intramolecular interactions: 

Stretching potential: 
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Bending potential: 
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Torsion potential: 
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Lennard-Jones potential: 

௅ܸ௃ = ߝ4 ൭ቆ
ߪ
௜௝ݎ
ቇ
ଵଶ

− ቆ
ߪ
௜௝ݎ
ቇ
଺

൱ 

 

S2: Diagram of a nanoparticle contained in a sphere with radius rb, and containing a sphere with 
radius ra 
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