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Figure S1 – MS/MS fragmentation profile of PEP 1 (Val-Val-Gly-Val-Val-Val-Tyr) with fragment 
ions from b series in blue and y series in red. 

Figure S2 – MS/MS fragmentation profile of PEP 2/PEP 3 (Val-Glu-Ile-Glu-Phe-Phe-Lys-Tyr/Val-Glu-Leu-
Glu-Phe-Phe-Lys-Tyr) with fragment ions from b series in blue, y series in red, and a series in green. 

Figure S3 – MS/MS fragmentation profile of PEP 4-7 (Glu-Val-Ile-Glu-Phe-Phe-Lys-Tyr-Ile-Glu/Glu-Val-
Leu-Glu-Phe-Phe-Lys-Tyr-Ile-Glu/Glu-Val-Ile-Glu-Phe-Phe-Lys-Tyr-Leu-Glu/Glu-Val-Leu-Glu-Phe-Phe-
Lys-Tyr-Leu-Glu) with fragment ions from b series in blue, y series in red, and a series in green. 



 

Figure S4 – Most stable conformation of PEP 1 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 

Figure S5 – Most stable conformation of PEP 2 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 



 

Figure S6 – Most stable conformation of PEP 3 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 

Figure S7 – Most stable conformation of PEP 5 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 



Figure S8 – Most stable conformation of PEP 6 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 

Figure S9 – Most stable conformation of PEP 7 in (A) Van der Waals surface, (B) binding site of 3AW0, and (C) 2D representation of possible interactions. 



 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S10 – Hydrodynamic size distribution of the magnetic particle alone (MP) and the 
magnetic particle with immobilized 3CLpro (3CLpro-MP). 


