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Figure S1. A) 80 phages-displayed cyclic peptide sequences from the third round of panning. B) 42 phages-

displayed cyclic peptide sequences from the fifth round of panning. 
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Figure S2. The phage clone sequencing results of the fifth bopanning. 
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Synthetic information of peptide D206115 
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Synthetic information of peptide D206116 
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Synthetic information of peptide D206179 
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Synthetic information of peptide D206180  
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Synthetic information of peptide D206181  

 

E 
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Figure S3. A) Synthetic information of peptide D206115. B) Synthetic information of peptide D206116. 

C) Synthetic information of peptide D206179. D) Synthetic information of peptide D206180. E) Synthetic 

information of peptide D206181.  

Table S1. Data collection and refinement statistics. 

 WDR5-D206115 

Wavelength  

Resolution range 30.31-2.03 (2.103-2.03) 

Space group P 1 

Unit cell 46.735 53.912 64.788 69.817 88.79 74.163 

Total reflections 109572 (4876) 

Unique reflections 32760 (1856) 

Multiplicity 3.3 (2.6) 

Completeness (%) 88.98 (50.71) 

Mean I/sigma(I) 12.16 (2.05) 

Wilson B-factor 28.18 

R-merge 0.072 (0.4408) 

R-meas 0.08559 (0.5513) 

R-pim 0.04565 (0.3239) 

CC1/2 0.998 (0.846) 

CC* 0.999 (0.957) 

Reflections used in refinement 32718 (1855) 

Reflections used for R-free 1621 (92) 

R-work 0.1792 (0.2818) 

R-free 0.2268 (0.3263) 

CC(work) 0.968 (0.862) 

CC(free) 0.946 (0.704) 

Number of non-hydrogen atoms 5092 
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Note：Statistics for the highest-resolution shell are shown in parentheses. 

 

 

 

 

 

 

 

macromolecules 4786 

solvent 306 

Protein residues 618 

RMS(bonds) 0.008 

RMS(angles) 1.06 

Ramachandran favored (%) 93.40 

Ramachandran allowed (%) 6.11 

Ramachandran outliers (%) 0.50 

Rotamer outliers (%) 0.19 

Clashscore 5.87 

Average B-factor 32.80 

macromolecules 32.55 

solvent 36.64 
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Figure S4. The comparison of cocrystal structure. 

 

 

 

 

 

 

 

 

 

 


