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UTProt Galaxy

FEAZa—MUsers ZH#HL T
Registration T1—H —&§%

net:8080

Analyze Data

D=k

ERRY— - &

UTProt Galaxy

search tools

Q) [] Unnamed history

Bilab

Get Data
Send Data
ENCODE Tools
Lift-Over
Text Manipulation
Filter and Sort

Join, Subtract and Group Computer Science departments at Emaory University. The Galaxy Project is

Convert Formats

Extract Features

Fetch Sequences
Fetch Alignments

Get Genomic Scores
Operate on Genomic Intervals

Statistics
Wavelet Analysis

Graph/Display Data

Regional Variation
Multiple regression

Multivariate Analysis

UTProt Galaxy [ 811247 T D20 FAL BT —ILOMESRIETY . BV 1

F542 Y —)L GalaxyD BT 2 — Ll T, BETRO Y — /L iEaad N T ET. Whyies
+ SBR Predictor O -r 13 TETE . BRI DI
* SBP Predictor 13, ZEARILO ' — SRS S

+ LBR Predictor (now developing ...)
+ LBP Predictor

n

Galaxy is an open, web-based platform for data intensive biomedical research. The
Galaxy team is a part of BX at Penn State, and the Biology and Mathematics and

supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The
Institute for CyberScience at Penn State, and Emory University.

UTPROT Galaxy [C1—H—& %9 AL T.

http://utprot.net:8080/workflow/list _published

AL

A

),

AEMRT—070—0FIATES,



http://utprot.net:8080/workflow/list_published

UTProt Galaxy M F|FH (1)

http://utprot.net:8080/workflow/list published

Shared Data ~ isualization » elp~ Userv Using 1.2 MB

Published Workflows

‘search name, annotation, owner, and tags | -,
Advanced Search

Name Annotation Owner Community Rating Community Tags Last Updated |
Create Ligand Binding Residue s

masaki
Predictor

Get Non Redudunt Ligand

Binding Protein masaki

Get Non Redudunt Ligand
Binding Protein With Ligand masaki
Binding Residue

Galaxy Waorkflow * Predict Ligand Rinding Residue® - .

N ol
Author 4 ns
Annotation:
1
Pipeline Prediction Using work flow of masaki « )
Sugar Binding Protein and predicting sugar masaki = i \'}Val::lt(?gws =
Residue Predictor binding residue ep nnotation
Predict Ligand Binding Residue masaki Step 1: GET ligand binding proteins.

HETATOM code

Cammunity
(0 ratirsgs, 0.0 average

Step 2: PSSM generator using psi-blast Tags

Community: nane
Source Data ¥

sedect at runtune

Times of iterater

Step 3: GET fasta using UniProt URT.

source Data
Output dataset "output’ from step 1

Slep 4: Remove Seguance Redunduncy using CD-HIT.

Source Data

OQutput dataset "output’ from step 3

http://utprot.net:8080/u/masaki/w/predict-ligand-binding-residue

A= 1—0) Shared Data EIRT 5L KOXTLMNRELTWNST—HYDoO0—0D—
BENRIREIND, CZTlLIPredict Ligand Binding Residue | ZEIR 9 5,

Import workflow ZEiR9 5 ETT—I 70— A= a1—([ZRTRSIND,



http://utprot.net:8080/workflow/list_published
http://utprot.net:8080/u/masaki/w/predict-ligand-binding-residue

UTProt Galaxy M F|FH (2)

Analyze Data

»—b EXMY— - o
- UTProt Galaxy

( h tool ) 1 Unnamed history

et O/ UTProt Galaxy 12134 F 1227 T4 220 FAL/ B —ILOMERETT . LRV 1 e

Bilab P —Ib Galaxy®HEES 2 — LT, WETEO Y — L AAEN T ET . Ll =

Get Data * SBR Predictor o ERRU—IETETT . BEIERLSEIC

Send Data s SBP Predictor 1. 22D T SERIR O

~=Readictor (now develoemq 22)
ENCODE Tools
Lift-Over

Filter and Sort ematics and

Join, Subtract and Group ject is

supported in part by NHGRI, NSF, The Huck Institutes of the Life Sciences, The
Institute for CyberScience at Penn State, and Emory University.

Convert Formats ‘

B i e m e

Analyze Data

2l EZRY— - &
- UTProt Galaxy
(" search tools ) 1 Unnamed history
\ OF | UThrot Galaxy 1815475127555 1 92,0 Tl B2HFS — LD ABETT . BT S o .
GYEL IS4y =) GalaxyDBEE 2 — L AL T, BETFEDY — LA BTN T ET yiEs e
Get Data =| * SBRPredictor O - y—EET. BIFERCSEID
= Upload File from your computer * SBP Predictor 13, AR D T 2EE DD
* LBR Predictor (now developing ...)
= UCSC Main ¢ LBP Predictor

= UCSC Test table bro
= UCSC Archaea table browser

[Upload File | Z3E 1R g

= BX table browser

= EBI SRA ENA SRA

BT, PRINRELGDRVINIEZ UTProt LIZ7yTA—R9 %,
Lt E&Analyze Data M A= a1 —%ERL. ERIAZ 21— . Get DataZ 1 EIRT 5,




UTProt Galaxy M F|FH (3)

?‘.‘ﬂ' z % www.resb.org/pdbffiles x ch

L

d 04

403180d620

U B W [ utprot.net:8080/rox

rorkflow_i

Analyze Data

—
i Upload File (version 1.1.3)

TJ7A4ILT7VvIO0—KR9 354,
T714ILEIRZEE S

" search tools [x))] R

File Format:
Bilab Auto-detect v
Get Data

m

Which format? See help below

Upload File from your computer i
ne:

TTAIERR |
TIP: Due to browser limitations, uploading files larger than 2GB is guaranteed

to fail. To upload large files, use the URL method (below) or FTP (if enabled
by the site administrator).

UCSC Main table browser

UCSC Test table browser

UCSC Archaea table browser

BX table browser URL/Text:

| 148L:E|PDBID|CHAIN | SEQUENCE
| MNIFEMLRIDEGLRLKIYKDTEGYYEIGI
! KSPSLNAAKSELDKAIGRNTNGVITKDEAEKL
FNQDVDAAVRGILR B
‘NAKLKPWDSLDAVRRAAUNMVFQMGETGV A}
Here you may specify a list of URLs (one per line) or paste th
file.

EBI SRA ENA SRA

Get Microbial Data

BioMart Central server

BioMart Test server

CBI Rice Mart rice mart
Convert spaces to tabs:

Yes
Use this option if you are entering intervals by hand.

GrameneMart Central server

modENCODE fly server

= Flymine server Genome:

Flymine test server unspecified (?)

modENCODE modMine server

230 bytes

J74I)ILT7yTA—kKHhaE—

O bR BRI SAIT
13, N2 ILO 'F—aERE w2 D

aE—
URL/Text: DI7A—LIZBEYSF TS,

R—ZARDODWTNHIDAE
TFastaZ 7L 7y O—
KN TES,

INR—ALT BIGEIEL.

2

» |

Analyze Data

7yIO—ERET TS

Y- EZFY— o
o The following job has been successfully added to the queue:
* - } ~ 750 p— |2 d hi
A\ Y t—\ \ | search toals Q) Unnamed history
2: Pasted Ent

~ q: ~— J / } Y. 230 bytes =]

— Bilab You can check the status of queued jobs and view the resulting data

II\ N Get Data = by refreshing the History pane. When the job has been run the 2: Pasted Entry ® 0 R

= Upload File from your computer

status will change from 'running’ to "finished’ if completed
ilaw 4 *

Z{BI(Z. TPasted Entry |
ELVSERIADLNT
Galaxy LICRTFSN S,

= UCSC Main table browser
= UCSC Test table browser

= UCSC Archaea table browser

Galaxy EIZRTFSN-T—2ILTH

LIZRRSND,




UTProt Galaxy M F|F (4)

«  CHKN D utprot.net:8080/workflow

Using 1.2 MB

Your workflows | @ Create new workflow | | 4 Upload or import workflow |
Name # of Steps
|‘ imported: Predict Ligand Binding Residue ~ | | 10
A3
Workflows shared with you by others A\ 454 7,&%*}{
No workflows have been shared with you.
Other options PRRPOIP 1 wtorot.net: 5080/ woridiow
| Configure your workflow menu lyze Data -7 | Data tion -
Your workflows | @ Create new workflow || 4 Upload or import workflow |
Name # of Steps
‘\ imported: Predict Ligand BinAsa Racidoo 10
< Edit T
Workflows sharec¢ run hers

No workflows have been sharg  Share or Pu

o Download or Export
Other options
Copy

| Configure your warkflow me,  Rename

AZa—MEINSDT
[ Run 1Z&#9,

View

Delete

D—70—AZa—%#RTLEFREBRLEZT—UT70—RRREIND, TIhH b,
VI—9%$#L. Run 29 EETEE MR



UTProt Galaxy D F|H (5)

www.rcsb.org/pdb/files, x \

M Running workflow “imported: Predict Ligand Binding Residue” [(Expand All | [ Collapse | | EAMY— Zan
search tools ) Step 1: GET ligand binding proteins. (version 1.0.0) e
7 = 460 bytes
Bilab
Get Data 2: Pasted Entry ® {3
Send Data
ENCODE Tools

Lift-Over
Text Manipulation
Filter and Sort

Join, Subtract and Group
Convert Formats
Extract Features
Fetch Sequences

Fetch Alignments y

Step2 (DSource
Data IZSEIFET Y
JO—FL7=Fasta

TPANERR |

GS: GATK Tools (beta

J:E&“‘FE&“@HETATM Code

FRIRESTBH)HUR
0)HETATM O—k& AR

(version 1.0.0)

{version 1.0.0)

SNP/WGA: Data; Filter Step 9: Create Prediction Madel. (version 1.0.0)
SNPEWGA QC; LD; Plot
SNP : Statistica

(version 1.0.0)

Workflows:
« Al workflows

Step1, Step7 DHETATMO—FRIZIEF BRI R LD AU RDHETATMO—RZE A B
Step2 THIZET YT A—KLI=Fastad 7/ ILZEIRL . Run Workflow 17R 2%
JET—UI7O0—MNETIND,

X FEHMM—HBHTFHY—ILBRERESNET,



UTProt Galaxy D F|FH (6

root?workflow_i

Analyze Data

b _ , : E ERFY- o -
This dataset is large and only the first megabyte is shown below. =
search tools Q) Show all | Save Unnamed history
" 16.4 MB
Bilab ) )
http://purlouniprot orgfuniprot /P12337 0 1 -0.120607500021 L |2
= Get header from Fasta file. htte://purl.uniprot.org/uninrot /12337 1 1 -1.56937006727 539: Predict Baiding ® 0%
= . 5 El htte://eurl.uniprot.org/unierot /P12337 2 1 -0.683485103866 Residue using aenerated
PSSM generator using psi-blast httes//purl.uniprot.ore/uniprot /12337 3 1 -1.33442674154 PR T
= Remove Sequance Redunduncy http:/ purlouniprot.orgfuniprot /P12337 4 1 -0.516701448274 data 36, and data 23
using CD-HIT. http://purl.uniprot.orgfuniprot/P12337 5 1 -0.1892014891173 30,388 lines
|| http:f/purl.uniprot.org/uniprot /12337 6 1 -1.20649927116 : :
= GET ligand binding proteins. http://purl.uniprot .orgfuninrat/P12337 7 1 -0.701368568129 ET;tf bk datalioess 2
SV GER facta usma UInProtllRE http:/ purlouniprot.orgfuniprot /P12337 8 1 -0.600251679134 v
http://purl.uniprot.org/uniprot /P12337 9 1 -0.0636158752309 . — : -
= GET binding residue using http://purl.uniprot.ore/uniprot/P12337 10 1 -0.297020356532 REtpCAfbMEL URIbEOL 0rduninroL (RS
UniprotURI and HETATM ID. http://purl.uniprot.orgfuniprot /12337 11 1 -D.B20210895063 http://purl.uniprot.org/uniprot/F!
: o . http://purl.uniprot.orgfuniprot /P12337 12 1 -0.R5R340977844 http://pu /ot
* it Prediction Model using htte://purl.uniprot.org/uniprot /F12337 13 1 -0.261674698358 R 3
s hitp://purl.uniprat.ore/uniprot /F12337 14 1 -0.722041505083 REERRY ]
Genetic Algorithm. http://purl.uniprot.org/uniprot /P12337 15 0 0.549536322664 nttp://purl. -org/uniprot/E!
= Predict Binding Residue using http://purl.uniprot.orgfuniprot /P12337 16 1 -0.470266426200 nttp://purl.uniprot.org/uniprot/ B!
generated Prediction model. http://purl.uniprot.orgfuniprot /P12337 17 0 0.793543686301 C{ T — b
http://purl.uniprot.orgfuniprot/P12337 18 1 -D.134231408052
= Create Prediction Model. htte://purl . unierot.ore/uniprot /212337 19 0 0.740765535453 7
. : : http://purl.uniprot.org/uniprot /P12337 20 0 0.871240883477 38: Create Prediction @ R
e http://purl.uniprot.org/uniprot /F12337 21 0 0.767510308483 Model. on data 24, data 36, and
= Sugar Binding Protein Predictor http://purl.uniprot.orgfuniprot /P12337 22 0 0.615681094552 data 23
_ o _ http://purl.uniprot.orgfuniprot/P12337 23 0 0.528580742248 "
* Acid Sugar Binding Protein htte://aurl.uninrot.ore/uninrot /712337 24 1 -0.377665385729 37: Fit Prediction Model ® § 3¢

KT A/ EBE . REBS. . BEMUTR QN LGoILHES
ERLEF B | decision value ($E8EELSLINDRXO7) 0)7_';\’—Z|~
G)ﬁ/—cff‘i%h ’Df(é
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BILAB Data Portal — 7 masakio70540 OH 7T
ckan| TRt EH @R TN About

GLC_bind_pred_ver1

& YU-2 (8) A TAF 7% (0) BE | o@mw o A Fr0- B 7407-8(0)
ST - St A
xbind ) 1A F A TERILTH L0 — R B ARETMET L £15 2 A CIBEEBA T 55T, 4 IBHEST- bl s L e
TLafile. |
Gl
r—2 (ELE)
EBILAB

2013-11-22T073259/GLC_bind_all.UniProtURL.txt  txt
2013-11-22T073415/GLC_bind_all.fasta fasta
2013-11-22T073512/GLC_bind_predictor.model  binary/octet-stream
2013-11-22T073712/GLC_bind_represent.fasta  fasta
2013-11-22T073823/GLC_bind_represent.pssm  txt
2013-11-22T074002/fanswer_GLC_bind.txt  binary/octet-stream

2013-11-22T074048/ga_summary_GLC_bind.txt  txt
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