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Supporting Figures 

Figure S1: Precision and recall at each threshold value with complete cross-docking 

on protein-protein docking benchmark version 4.0* 

 

 

*Hwang H, Vreven T, Janin J, Weng Z. Protein-protein docking benchmark version 4.0. 

Proteins 2010;78:3111-4. 
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Figure S2: MEGADOCK-Web top page 

 

 

In the top page, there are two functions, i.e., “Search Single Protein” and “Search Pair 

Proteins”.  

 

  



Figure S3: Protein selection page 

 

 

This page shows candidate protein structure hits after making a query. The table contains 

basic information on proteins, including PDB ID, chain, UniProt AC, gene name, and 

protein name for each protein. 

  



Figure S4: PPIScore list page 

 

 

This page shows candidate proteins interacting with the query protein on the basis of 

PPIScore. Specifying the threshold of PPIScore and pressing the “Show Pathway” button 

at the top of the page results in transition to the pathway selection page, whereas clicking 

the “View” link in the table takes the viewer to the predicted complex page. 

 

  



Figure S5: Predicted complex page 

 

 

In this page, complex structures predicted by MEGADOCK for the two proteins are 

displayed with the 3D molecular viewer, Molmil. A PDB-format file can be downloaded 

for each predicted complex, and 10 PDB files can be compressed into zip format from the 

“Download complexes in this page” link at the top of the page. 

 

  



Figure S6: Pathway selection page 

 

 

In this page, the pathways to which the predicted binders belong are shown as a list. The 

pathways can be filtered according to a word or phrase typed in the “Pathway Filtering” 

box at the top of the page. The number in parentheses next to the pathway name indicates 

the number of predicted binders included in the pathway. 

  



Figure S7: Protein pair selection page 

 

 

In this page, a list of candidate hits for the two queries is displayed. In addition, at the 

bottom of the page, a table showing the all-to-all PPIScore of the protein hit by query 1 

and the protein hit by query 2 is displayed.  


