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GASS  QcsASieSearch 'O HEEI Templabe Scarch Op  Boontat P Adnowledgements GASS-WEB is a USEF‘ffiEﬂd'}' web server for active site search based
@ ® on genetic algorithms. It can be used under two different scenarios:

® CS5A Site Search (1): Given a protein of interest, try to match a set
of specific templates (i.e., known active sites) annotated at the
Catalytic Site Atlas (CSA).

Genetic Active Site Search # NCBI Template Search (2): Given an active site template provided

by the user, look for it in a database of protein structures derived

GASS-WEB: a web server for identifying enzyme active Avallable Resources from the NCBI-VAST data set.
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Srructung-guided metheds Pave been propoied ower el yoars 1o inder prodein fumclion based on actve
sile simiarty. Given &n active sile templale. these mathods use diflerent mathematical modeliing and
searching procedures 1o maldh the templibe bo a given sat ol proteins. Many of the curent avalable

methods present, however, imitations such as pesforming only exact maiches on template residues [not Pragr o aakng Geneth Al Sibe Sesidh
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The mathod has shown to be very effecive on a rangs of experiments. Based on the Catalytic Site Aflas [

[C5A) annotation, & was able io corecty identiéy >90°% of the catslogued active sites, Il also managed to
acriree a MGG of 0BT on the CASF 10 data sel (sanking fourth among 18 mathods)
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Submission page

GASS & c5a Site Search S NCEI Template Search

How to run GASS-WEB

Bhop  Booaac 2 Adnowiodgements To perform a site search based on the list of templates from the
Catalytic Site Atlas:

Site Search Based on the Catalytic Site Atlas

Genetic Active Site Search

Disclalmer
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Download help page as PDF

® Click on "CSA Site Search" (1) to open the submission page.

Step 1: Please provide a protein structure (PDB format) ® Provide the protein structure by either uploading your own file (2),
Deacrptien which must comply with the PDB format, or supplying a 4-letter FDB
code.
Upload yowr own POE file: ® Previde a 4-letier FDB code:
pssslsS i ® The next step is to choose the template size for matching (3). which

is the number of residues of the active site.

Step 2: Pleass selsct & tamplats alrs ® You are then readu to submit your query to GASS-WEB (4).

Descrigiicn

Select template site (number of residues)
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Results page

GASS G, CEA Site Search ‘9 NCBI Template Search
Visualizalion controls

Shiw laeplase propares

Predicted active sites
10 jrmrﬂspﬂ page

o Template PDE
Index Filmess Found active site cn query PDB L]

1 1.84 HES 57 AASP 113 ACSER 194 AGLY  1MNBD
195 A

2 HIG 5T & 194 AGLY 1N
2114

3 X CYS B AGLY 1 148 ACYS TMEK
216 A

4 .14 HIS 57 AcASP 113 AGLY 152 ASSER THJA
184 A

-] R ASP 113 ACSER 5 AARG 186 AASN  1C17
TTA

B 408 CYS 216 AGLY 4 AHIES 148 ACYSE A IMEK

T 461 CYS5 216 ASER 5 ACYS B ALARG 223 1AH
A

-] a8 HIS 87 AASP 113 AGLY 212 ABER 1M
154 A

9 52 SER 158 AHIS 148 AHIS 149 ACASP 1AJ8
B A

0 5.6 CYS 216 ASER 5 ACYS 6 ARRG 223 1AM
A

Showing 1 80 10 of 200 ertres @
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Maiched lemplale on CSA
HIS 87 BASP 102 B:EER 198 C:GLY 196 C

HI% 57 BASP m@s CoGLY 196 €
CYS 36 ASGLY 37 A ACYS DA
HIS 57 BASP 102 BGLY 193 GiSER 195 G

ASP 61 ALSER 206 MARG 210 MCASN 214
M

CYS 38 AGLY 37 AHES 38 ACYE 29 A

CY5 113 C5ER 114 Co0YS 115 CIARG 56
[}

HIS 87 BASP 102 BGLY 193 C5ER 105 C

SER 193 AHIS 223 AHIS 252 ACASP 31E A

CYS 113 ACBER 114 ACYS 115 AARG 56
B

L R P B Cantact

Seprch:

Template EC Teenplate
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5341 POTES?

34210

MULL

5341
4.2.1.84

LEFIR]

4137

4.2.1.84

PREIS0

POABSE

POTEST
F13449

PEa3%0

053554

P13449

Results

O Acknowledgements For a CSA Site Search query, your results will be displayed in a table

format with the following information:

® Job ID - which can be used by the user io retrieve the resulis later
(1). by adding it to the web server URL following the format:
http:/gassweb.dcc.ufmg.br/prediction/job _id

Template
::u“"““ ® Fiiness score of matched residues - modified RMSD (2).
200 @ ® List of residues found by GASS-WERB on input structure matching a
— template (3).
230 # POB ID of matched template (4).
2Ll ® Residue list of maiched template (5).
::: ® EC Number (6), Uniprot accession code (7) and resolution (8) of
matched template.
230
1.90
The results may also be downloaded as a tab-deparated file (9).
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Contact page Getting in touch

GASS ~ QCSASmSeach S NGBl Tompiate Search Oiice  Boonact @ Acmowiedgoments In case you experience any trouble using GASS-WEB or have any
® suggestions or comments, please do not hesitate in contacting us (1)
either via e-mail or through the online form.
Contact g
Malling address Get In touch
Or. Gisple [ Fioog
O Devolys £ V. Piras Have you come across a peoblam on the websiie or have any requests or suggestions? Pleass repoet it hare!

Universidade Federal de Minas Gerais
Daparimant of Compaunar Scanss

Ay Antdnio Caros, B62T
Belo Horizonte Brazi Narma Ermad addross

CEF, 31270-801
E-mall addresses

douglas p res@opgrr Socnuz b
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