Active Site prediction server will predict the cavity points in a protein
1. Upload the target protein in PDB format.
2. Specify your email Id in the text box, as the program might take few minutes to process the query. The result will be e-mailed to you. 

Result
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Tob Subrmission Information

The job Number is : 16575166 ACTIVE
Download the Result



The result page will display the various cavity points in the target protein.
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For eg:  

This is a list of all the cavities detected in the sample_protein.pdb on the website. 

cavity_1_IFGPAMLDKVTEQRNCW: This corresponds to the first cavity in the protein and the one letter code of the amino acid residues surrounding the cavity at a distance of 10Å. Once you click the link it will give you a list of the amino acid residues surrounding the cavity and their corresponding residue numbers.
File Name
= cavity_1_IFGPAMLDKVTEQRNCW

Cavity point 23.239 17.066 4.646        

Volume of the Cavity = 1151

1
ILE

50
H
9.274
19.664
4.567

2
ILE

149
HG23
9.011
21.254
7.895

3
ILE

153
HA
10.116
9.927
5.393

4
PHE

152
O
9.796
11.055
7.594

5
GLY

151
H
10.178
16.748
10.343

6
ILE

50
HG12
10.418
18.808
2.743

7
GLY

151
HA2
10.612
14.583
11.548

8
ILE

50
HD12
11.065
17.287
1.015

9
ILE

50
HB
11.131
18.367
5.147

10
ILE

149
H
11.484
20.657
8.309

11
ILE

183
HG21
11.528
22.038
-1.119

12
ILE

149
HB
10.681
22.549
9.168

13
ILE

149
HD11
11.432
23.637
11.348

14
PHE

152
HB2
12.028
10.303
9.531

15
PHE

152
HD1
12.428
11.114
11.796

16
GLY

148
O
11.758
18.099
10.100

17
ILE

50
HG13
12.080
18.299
3.001

18
GLY

148
HA3
12.408
18.883
7.078

19
ILE

183
HG22
12.367
23.278
-0.130

20
ILE

153
O
13.056
10.097
4.107

21
PRO

81
HG2
13.546
19.089
12.011

22
PRO

81
HG3
13.090
18.247
13.528

The Volume of the cavity is in Angstrom cube. The second column represents the amino acid surrounding the cavity and the third their corresponding number.

To visualize different cavity points kindly click on the <Download the Result> button
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 and if the result is on the email page then download the file with an extension d2 for eg: d2_86385307ACTIVEDRG.pdb. The file can be graphically viewed by using certain softwares like Viewerlite, Mercury, Swissmol PDBviewer (spdv). 
If the user has information from the literature regarding the amino acid residues involved in the biochemical activity of the target protein, then the user can identify the cavity of interest and dock the candidate drug molecule at that cavity.
Docking
If you want the cavity point to be as an input to the docking, kindly click on the docking button 
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which will take you to the docking web page. 

For docking kindly, mention the cavity point eg: cavity_1 (for the first cavity), then  upload the candidate drug molecule along with its correct formal charge and then click on the submit button.
The results will be emailed back to you in the form of four docked structures along with their corresponding binding free energies in kcal/mol. The four docked structures represent the different poses of the candidate drug molecule in the active site.

For any suggestion/comments/problem pl. contact tanya@scfbio-iitd.res.in
