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Figure S1. Comparison of the amino acid sequencing results for bovine lactoferrin (BLf) and 
human lactoferrin (HLf). Symbols adjoining the single-letter amino acid codes 
have following meanings: ‘|’ = identical residue; ‘:’ = BLOSUM matrix score > 
0; and ‘.’ = BLOSUM matrix score ≤ 0.  

 



 

Figure S2. A cartoon representation of the stretching of bonds  

 

Figure S3. A cartoon representation of the bond angle calculation  



 

Figure S4. A cartoon representation of the dihedral angle 

 

Figure S5. A cartoon representation of the improper dihedral angle 



 

Figure S6. A cartoon representation of Lennard-Jones interactions 

 

Figure S7. A cartoon representation of electrostatic interactions 

 

Figure S8. A cartoon representation of the Urey-Bradley potential 



 

Figure S9. A cartoon representation of hydrogen bonds 

 

Figure S10. A 3D illustration of a periodic boundary condition 

 

 

 


