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Figure S1. Molecular dynamic (MD) simulation of one FRRG-MMAE molecule. 

  



  

 

 
Figure S2. Molecular dynamic (MD) simulation of two (a) FRRG-MMAE or (b) FRRG peptide molecules. 

  



  

 

 
Figure S3. Molecular dynamic (MD) simulation of ten molecules of (a) FRRG-MMAE or (b) FRRG peptide. The system was fully 
relaxed for 50 ns due to large number of molecules, and the snapshot images from 50 to 100 ns in simulation time were used. The 
images showed that the aggregation was driven by the intermolecular interaction in MMAE segments, whereas the FRRG peptides 
were separated without significant aggregations. 
  



  

 

 

Figure S4. The percentages of apoptosis area in tumor tissues after 5 days of treatment with free MMAE or FRRG-MMAE nanopar-
ticles. *** p < 0.001. 
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Figure S5. Tumor growth of 4T1 tumor-bearing mice during treatment with 0.1 mg/kg MMAE once every three days. 
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