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Make sure you are 
on this tab.

Enter chain IDs of 
citrate synthase 

separated by semi-
colon, no spaces

Enter chain IDs of 
malate 

dehydrogenase 
separated by 
semicolon, no 

spaces

ABSOLUTELY 
complete this step.  
The queue is long & 
you will want to be 
notified when your 
job is completed.

http://cadd.zju.edu.cn/hawkdock/

Screen you will see 
after submitting 

your job.  You can 
bookmark this page 
and check status of 

run.
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You can see where 
you are in the 

queue of jobs.  Find 
your job listed and 
then find the job 

that is actually 
running.

Your job will be on 
page 1; In this 

example, the job 
running is on page 

10 (~200 jobs in 
front of your job!).  
Each job runs for 

~1-2 h.

http://cadd.zju.edu.cn/hawkdock/gbsa/CS_A_MDH_C-1631744298277

This is the landing 

page for your 

results.  Make sure 

to download your 

.csv file of results.

If you check the 

boxes, these 

residues will be 

highlighted in red 

so that you can see 

their location on 

the structure
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This is an example 
of the .csv output 
file. The first row 
entry below the 

column titles is the 
total free energies 

of binding between 
“receptor” and 

“ligand” for each 
the energy 

components (VDW, 
ELE, GB, SA) and 

the total. The 
remainder of the 

file is the free 
energy of 

receptor/ligand 
binding on a per 

residue basis. You 
will have a list of 

residues in column 
1. 

This information on the free energy of binding terms 
is excerpted from the Chen et al. paper cited.


