
Project No. 3.    Due date: Dec 16, Monday 

 

This project is a protein-ligand docking experiment on the SwissDock webserver. 

You need to dock small molecules against the influenza virus hemagglutinin. If 

scientists search for new antiviral drugs against influenza, they may start with this 

step. 

 

So, the target protein is 1TI8.  The ligand molecules are listed below: 

 

 

  
 

For project 3: You need to submit the best docked configuration of your ligand to 

1TI8 in graphical form (screenshot is fine). You need to choose the best cluster. 

This is 100% if performed correctly.  

 

For 50% bonus points: Dock also the bonus codes 1 and 2. Choose the best from 

the three ligands. (Which is the best? How do you know it?)  Give the name of the 

best ligand with the graphical docking configuration printed. 

 

Submit the results electronically and on paper, too. 

 

Due date:  December 16, Monday 

 

 

 

 

 

 

 

 

 



Guidance: 

 

Input 1TI8 in http://www.swissdock.ch/docking in the field "search targets",  hit 

search. 

 

 

Choose both chains: 

 

 
 

 

 

Hit "select for docking". 

 

 

 

 

 

 



This step is completed if the green checkmark is visible:

 
 

Input the ligand name. If more than one hits are present then check-mark that with 

your ZINC number.  

 

Give a job name and your email address. The docking may take hours. 

 

You probably did everything right if you see something similar: 

 

 
 

 


