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>P23656 CCMO_SYNP6 Hypothetical protein
ST IR TG >P21682 CP79 BP186 Hypothetical 8.8 kDa :
' ‘ >P20343 CYSX ECOLI Very hypothetical

>P15017 DNU4 RHORU Hypothetical z I\\\
>P68349 DOF12 ARATH Hypothetical Dof zinc a I

>P0A3F6 DSDX ECO57 Hypothetical dsdX-1like

>POA3F7 DSDX_SHIFL Hypothetical dsdX-1like
>P06630 EAG_BACSU Hypothetical protein eag
>P30194 EPIY STAEP Hypothetical 16.7 kDa
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Data warehouse system

COPYRIGHT IMAGE

A Data warehouse compiles the contents of multiple databases to fit a common
data model (Stein 2003, Nat Rev Genetics 4, 337-345)
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Comast us <y buikder
Model browser
Erowse through the dasses and attributes. Chck on RO finks to. = | Click an a diass name belaw to wew its fiekds
add summary of fields to the results table or on F===1 links o add
individual fields t the results, Use Eemreams] finks to constran a vahie Gene @
in the query. LOOKLE 10121 1N M. sapsens © @ (a)
name @
. nchiGenenumber | &
symbel | @
| proteinDNANGeractions Proteinds
rame ¥ [T EEEET rale @
ebiG ¥ NOT EQUALS source D 8 (B)
senaNumber ¥ (] [EmimEss]
_ . datagets Datasat rolection O
Dﬂm.\r:mo:‘rrn;: o] el
secondaryidentiier * [T [
" iteractwith Gene @ @
‘symbal | [
; name €
annctation . .
£DSs €05 oo nchiGenenumber |
= symbel | @
] ccation Location 7 ezl

@ datasets Dataset 7 collection Fmmms
@ diseases Disease 7 colledtion o=
@ daiinnozations DOARACEaNCA Calection

Constrain logie: A and I

Columns to Display

Use the (5] or [ESLt] links to add fields to the results table. Chck and drag the biue sutput booes to choose the output column order Click Tes
& colum b wort results by, ok agam to select aucseing (] or descending L

Gana = prose

> intaracriih > nehita bar gy | Gana >
1

> intaracnuinh > eymbel @

Giane = proterONbinaracsions > intaraciWeh = name @) || Gene > nchiGenahumbar @) || Ge = myr

Gene > protenDNAinteractions > dataSets > title @

LRI R




Sources: Public databases

Data type Database name

Comprehensive gene data Entrez Gene
Comprehensive protein data | UniProt

Protein domain InterPro

Pathway KEGG Pathway
Interaction BIOGRID, PPlview

GO annotation and ontology | Gene Ontology

Protein structure PDB, SCOP

Drug DrugBank

Disease OMIM, Disease ontology (DO)
Transcription factor ORegAnno, AMADEUS
Orthologues/Paralogues KEGG Orthology
Enzyme The ENZYME database




Organisms in TargetMine

* Protein, Gene, GO, Pathway ...
— Homo sapiens
— Rattus norvegicus
— Mus musculus
— Drosophila melanogaster

 PDB related data
— All organisms are included



Data Model

A holder for “things” with similar properties

An actual “thing”
Class Gene _
Object Enol
ID 2023
enolase 1
Name
ENO1
Symbol
LN
Reference
Relationship between classes
Class Protein Class Organism
ID ID

Name Name



Query builder

4

QueryBuilder

Contact Us

‘ Model browser

Data model

klds to the results table or on links to add

Gene ° [FuMMARY & ] [CoMETRAIM +]
curated Boolean
description

length ? Integer
name ’

nichiGanaNumber °

primaryldentifier ?
secondaryldentifier ?
symbaol
type
annotations Annotation collection [Eummaey v [constrams] °
CDSs COS collection [Fumnaey ¢ [cenztrams] °
chromosome Chromosome ? [FuMMARY & ] [CoMETRAIM +]
chromosomelocation Location Eunneey o [Censirams] ©
datasets Dataset ? collection [EuMMAR Y +][COMSTRAIN +]

a4 (L

e classes and attributes. Click on links to

the results. Use links to constrain a value

»

m

{ Ta I'g etM INe v 0.93i Data mining system to find drug target proteins

Query Overview

Reference to
an organism

Click on a class name below to view

Gene 9
LoOKUP 2023 @ @

name 9

ncbiGeneNumber | €3

symbol [x]

organism QOrganism [ X o]
name | €
shortName | €

proteins Protein collection € @
length | €3

primaryAccession | €3

Reference to
==t @ protein

Constraint logic:

1]




Output properties list

Fields selected for output

Columns to Display Each box for one property.

Use the [sHows] g [SurMARY 4] |inks to add fields to the results table. Click and drag the blue output boxe

choose a column to sort results by, click again to select ascending or descending . The order can be Cha nged .

Gene > nchiGeneNumber ¢ | | Gene > symbol € || Gene > name ¢ | | Gene > organism > shortName 3 | | Gene = proteins = primaryAccession €3

2 ! 2 !

Gene > proteins > length @) | | Gene > organism > name 3

2] 2l

Trail: Query > Results

EY Create List &3 App 1o List [ Aoo Corumn [ Exeort  Pace srze | 25 E << Fmst < Previous | Nexr > Last >>

Gene = E Gene > El GFene > Gene > organism > Gene > proteins > El Gene > proteins > E Gene > organism >
n chbiGeneNumber symbol name shortName prl maryAccession length name

O 2023 CMNO1 enolase 1, (alpha) [ H. sapiens [ roc7az llomo sapiens
Selected:

=< First < Previous | Next = Last == | Displaying all 1 rows




A query example

Show all the protein structures
that contain the targets of a
given set of drugs (defined in
DrugBank).

Complicated queries can be made

without writing any SQL query.

TargetMine > QueryBuilder > Query builder ?
Query Overview

Click on a class name below to view its fields

Drug o
LOOKUP Anakinra @ @

drugBankld o

genericName a

targetProteins DrugProteinInteraction collection €@ @
protein Protein [x]

name g

primaryAccession | €

structureRelatedRegion ProteinStructureRegion collection €3 @
pdbRegion PDBRegion o
chain ProteinChain € @
structure ProteinStructure € @

experimentType o
pdbid |€3

resolution | €




Template function

b4 -
ﬁ{ Ta rg etMIne v o.93i pata mining system to find drug target proteins

Templates Take a tour | Login

EEEV (dentifiers |« RO £//SG00000054674

Contact Us TargetMine = Templates 7

" If you create a MyMine account and log in you can create your own Template

Templates

Templates are predefined queries, each has a simple form and a desacription. Click on a template to run it, you can search for templates by keyword
and filter them by category.

Actions: Export selected Options: |¥| Show descriptions

You are not fogged in. Log in to mark items as favourites g

Drug -= PDB -= Protein
hoe = e i uery drug

Drug((s) -= PDB entires complex with the drug
Show all the PDB entries that contain a given drug.

Drug((s) -» SCOP classification
Given a drug or a list of drugs, retrieve SCOP clagsn

Many kinds of templates are available.




Template function

TEES -
ﬁ{ Ta rg etMiIne v 0.93i pata mining system to find drug target proteins

Templates

CEEVO (dentifiers |« RO £//5G0000008467 4

Take a tour | Login

Contact Us

TargetMine = Templates = Template query ?

% You can run template gueries on whole lists of data. Lists of the correct type will appear automatically, click the checkbox to use a list.

Drug(s) -> PDB entires complex with the drug

Show all the PDD entriea that contain a given drug.

ChemicalCompound drugs: |Acetazolamide | ?

[Show Results| [Edit Query]

Modify the query
if necessary

NEW': Embed this query. Help
You are not fogged in. Log in to mark items as favourites 1.

Questions? Comments? Click here!

TargetMine is funded by NEDO. Developed by The Mizuguchi Laboratory.

Mo BTN B R AR T

Beormediosl Inmavertion

adionm!

Hide




Template query results

{ Ta rgetM IN @ v 0.93i Data mining system to find drug target proteins

i

QueryBuilder - Take a tour | Login

L1 w ) (dentifiers EI L1l C//SGO00000

Contact Us TargetMine = QueryBuilder = Query results page  ?

Trail: Query > Results

Results for template: Drug(s) -> PDB entires complex with the drug
Show all the PDE entries that contain a given drug.

ES Create List & Aop 1o List [ Aoo Cowmn @ Export  Pace sze 25 E << FirsT < Previous | Next > Last >>

. Drug > B Drug > B ProteinStructura > B ProteinStructure > B ProteinStructure
drugBankId genericName pdbId name experimentTyp

DBOOB19 Acetazolamide lazm DRUG-PROTEIN INTERACTIONS: STRUCTURE OF SULFONAMIDE DRUG COMPLEXED...  X-RAY DIFFRACT
DBEODS19 Acetazolamide 1dmy COMPLEX BETWEEN MURINE MITOCHONDRIAL CARBONIC ANYHDRASE V AND THE... X-RAY DIFFRACT
DBOOB19 Acetazolamide 1jd0 CRYSTAL STRUCTURE OF THE EXTRACELLULAR DOMAIN OF HUMAN CARBONIC... X-RAY DIFFRACT
DBOOS19 Acetazolamide 16 Crystal Structure of the Extracellular Domain of Murine Carbonic... X-RAY DIFFRACT
DBOODB19 Acetazolamide 1yda STRUCTURAL BASIS OF INHIBITOR AFFINITY TO VARIANTS OF HUMAN... X-RAY DIFFRACT
DBODB19 Acetazolamide 1ydb STRUCTURAL BASIS OF INHIBITOR AFFINITY TO VARIANTS OF HUMAN... X-RAY DIFFRACT
DEODS19 Acetazolamide 1ydd STRUCTURAL BASIS OF INHIBITOR AFFINITY TO VARIANTS OF HUMAN... X-RAY DIFFRACT
DBEODS19 Acetazolamide 1zsb CARBONIC ANHYDRASE II MUTANT E1170Q, TRANSITION STATE ANALOGUE... X-RAY DIFFRACT
DEODB19 Acetazolamide 2Zhdn H94MN CARBONIC ANHYDRASE II COMPLEXED WITH ACETAZOLAMIDE X-RAY DIFFRACT
Acetazolamide 2uy4d ScCTS1_acetazolamide crystal structure ¥-RAY DIFFRACT
DEOUG 19 Acetazolamide 3czv Crystal structure of the human carbonic anhydrase XIII in complex... X-RAY DIFFRACT
DEODS19 szolamide 3dc3 Use of Carbonic Anhydrase II, IX Active-Site Mimic, for the Purpose... ¥-RAY DIFFRACT

<<rirst <previous | next| Click for detailed information (Summary page)
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Caontact Us

Trail: Query > Results > Drug

Summary for selected Drug urther information for the

drugBankId DEOOB19 DrugBank Drug Card: DB0O0819 =

genericName Acetazolamide

caskegistryMumber 39-66-5

One of the carbhonic anhydrase inhikitors that is

description somet imes effective against absence seizures. It
iz sometimes useful also as an... [View all] ) . o
Add this object to existing list: —|z| E
fdalLabellssuedDate Tue Mar 01 08:00:00 JET 2005
hetld AEMW
keggDrugld ponzia

Trail: Query > Results > Gene

brandNames 3 Summary for selected Gene

drugTypes 2
nchiGeneNumber > 2012 €&! ensembl: ENSGO0000134531 (2
primaryIdentifier * ENSGDOO0O0134531 nirez Gene Entrez Gene: 2012 -

secondaryIdentifier © HGNG:3333

symbol EMP1 Lists
epithelial
name ? membrane protein Lists in which this Gene can be found: genes

1

Add this object to existing list; ——— -

chromosomeLocation [unknown]

organism.shortName H. sapiens

description -

organism 1 Organism [details...]
proteins 1 Protein [details...]
publications 13 Publication

An example of a Gene object JEEEEALEEELLL




Target selection using TargetMine

Biological process of
INPUT interest OUTPUT

i{ TargetMine vosuio

Gene 1 | et —
Gene 3
Gene 4
Gene 5

nnnnnnnnnnn

Gene 4
=) | Gene 17

Gene 45
Gene 87

eeeeeeeee
Templates are precedined cuenes. $ach has 2 simple form ang' 3 descripbion. You can egit templace

LIy ]

Query Builder

Gene 200

Questions? Comments? Click heret

Many Candidates

Selected Targets



List function

ﬁﬁ{ Ta rgetM IN@ v 0.93i Data mining system to find drug target proteins

Home ‘Templates Lists QueryBuilder Data MyMine Take a tour | Log in

Identifiers |~ R E/SG00000084674 Go

Upload | View

Can be accessed from here

%7 Use the 'Upload' and 'View' links above to switch between the list upload form and lists that have already been created. Hide

Create a new list

Select the type of list to create and either enter in a list of identifiers or upload
identifiers from a file. A search will be performed for all the identifiers in your list.

« Separate identifiers by 2 comma, space, tab or new Li
« Qualify any identifiers that contain whitespace with g
skipped”.

Select Type,
Select Type: |Gene Organism if necessary

for Organism: | Any
Type/Paste in (click to see an example)*
i i 5243 -
identifiers S
iz
Paste the gene list here can4)
B721 E
7099 =l
549
P

or Upload | 7| %8R | BiRan T 4,
identifiers from a
AxL fle...




Upload | view

st ana
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O
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e

Take a tour | Login

search [EEGECINES for [

Contact Us

List Analysis for hych (32 Genes)

@] Recarer [ Exeort [8] Use [ Eoxr

™ Bt B Gene >
nchiGeneNumber primaryIdentifier
10

Find
Gene > Bl Gene >
secondaryIdentifier symbol

Gene > -
name

ENSGO0000156006 HGNC: 7646 NAT2 N-acetyltransferase 2 (arylamine N-acetyltransferase)
1071 ENSGO0000087237 HGNC:1869 CETP cholesteryl ester transfer protein, plasma
116519 ENSGO0000110243 HGNC:17288 APOAS apolipoprotein A-V
1535 ENSGO0000051523 HGNC:2577 CYBA cytochrome b-245, alpha polypeptide
1543 ENSGO0000140465 HGNC:2595 CYP1AL cytochrome P450, family 1, subfamily A, polypeptide 1
1557 ENSGO0000165841 HGNC:2621 CYP2C19 cytochrome P450, family 2, subfamily C, polypeptide 19
1559 ENSGO0000138109 HGNC:2623 CYP2C9 cytochrome P450, family 2, subfamily C, polypeptide @
1565 ENSGO0000100197 HGNC:2625 CYP2D6 cytochrome P450, family 2, subfamily D, polypeptide &
1576 ENSGO0000160868 HGNC:2637 CYP3a4 cytochrome P450, family 3, subfamily A, polypeptide 4
1577 ENSGO0000106258 HGNC:2638 CYP3AS cytochrome P450, family 2, subfamily A, polypeptide 5

Selected:

<< First < Previous | Next = Last == | View all 32 records as results

E pescription

Click here to enter a description for your fist

Widgets displaying properties of "hych’

Click to select widgets you would like to display: [HECClaE R INENR=aaaa= o |

close x

KEGG Pathway Enrichment

Pathways enriched for genes in this list. For more information about the math

used in these calculations, see here.
Number of Genes in this list not analysed in this widget: &

Options

Multiple Hypothesis Test Correction | Benjamini and Hochberg [« |

Maximum value to display [ 0.01 ||

View in results table Download
Pathway p-Value

PPAR signaling pathway [KEGG:03320] o>

0.0000157 ©€

TargetMine > Lists = List Analysis 27

® List

Three main sections:

Date Cr

1. List contents: a table
"o summarising the

Protg

oo contents of your list.

2. Widgets: provide
tinico functional annotations.
. 3. Templates: automatically

generated for your list.

Gene Ontology Enrichment JIl OMIM Enrichment Jill Disease Ontology Enrichment il Associated Drugs |l

close x
Gene Ontology Enrichment
GO terms enriched for items in this list. For more information about the math

used in these calculations, see here.
Mumber of Genes in this list not analysed in this widget: 4

Options
Multiple Hypothesis Test Correction | Benjamini and Hochberg [+ |
ontolagy: | biological_process [+ Maximum value to display 0.01[]

View in results table Download
GO Term
lipid homeostasis [GO:0055088]

p-Value

-

1.339E-25 15

close x
OMIM Enrichment
Disease enriched for genes in this list. For more information about the math

used in these calculations, see here.
Number of Genes in this list not analysed in this widget: 10

Options
Multiple Hypothesis Test Correction | Benjamini and Hochberg [« |
Maximum value to display [ 0.01 ||

View in results table Download
Disease

HYPERCHOLESTEROLEMIA, AUTOSOMAL DOMINANT

p-Value

0.00069320 3



Enrichment widgets

| List Analysis for hych_rand64 (96 Genes)

] Rewaren B Exrorr @] Use [# Eorr

™ Bt B se B sene = B cene > Ei
nl:blGeneNumher pri larvId secondaryIdentifier symbol

10 ENSG00000156006 HGNC:7646
[[J 100127958 [no value] [no value]
[ 100128920 [no value] [no value]
[ 100129303 [no value] [no value]
[ 100129604 [no value] HGNC:37994
[l 100129703 [no value] [no value]
[ 100130579 [no value] [no value]
[71 100135084 [no value] [no value]
[ 100189011 [no value] HGNC:34570
[l 100189420 [no value] HGNC:34989

<< First < Previous | Next > Last >> | View all 96 records as results

Description

Click here to enter a descripjg

NATZ2 M-acetyltransferase 2 (arylamine Nj
LOC100127958 angiogenic factor with G patch and
LOC100128930 syndecan binding protein pseudogene
LOC100129303 hypothetical LOC100129303
PABPC1P12
NAGZ20

poly(&) binding protein, cytoplasg
NAG20
LOC100130579 | hypothetical protein LOG#D0130579

1 pseudogene 12

LOC100135064 general transcriptiggffactor I1IA pseudogene
TRNAGS transfer RNA g & (anticodon UCC)
TRNAS26 serine 26 (anticodon AGA)

transfer Rl

for vour list

Can be found on the

“List analysis page”

~+® Convert
Protein 109
Orthologues

A thaliana

E Conve

Link outs

Orthologues

Widgets displaying properties of 'hych_randé64"

Click to select widgets you would like to display: [RESClEEENA=aa=ani=a |

Gene Ontology Enrichment JJlll OMIM Enrichment Jlll Disease Ontology Enrichment NIl Associated Drugs f|

close x
KEGG Pathway Enrichment
Pathways enriched for genes in this list. For more infermation about the math

used in these calculations, see here.
Number of Genes in this list not analysed in this widget: 63

Options
Multiple Hypothesis Test Correction | None
Maximum value to display [0.05

View in results table Download

7] Pathway p-Value
[ PPaR signaling pathway [KEGG:03320] & 0.0000028 &
[ Linoleic acid metabolism [KEGG:00591] = 0.0000239 4

close x
Gene Ontology Enrichment
GO terms enriched for items in this list. For more information about the math

used in these calculations, see here.
Number of Genes in this list not analysed in this widget: 54

~Options
Multiple Hypothesis Test Correction | Benjamini and Hochberg
Ontology: | bivlogical_process E| Maximum value to display | 0.0

View in results table Download

=] GO Term p-Value
[ lipid homeostasis [G0:0055088] = 3.6002E- ;o
22

close x

OMIM Enrichment

Disease enriched for genes in this list. For more information about the math
used in these calculations, see here.
Number of Genes in this list not analysed in this widget: 71

Options
Multiple Hypothesis Test Correction | Benjamini and HucnhergE[

Maximum value to display 005 El
View in results table Download
= Disease

] HYPERCHOLESTEROLEMIA, AUTOSOMAL
DOMINANT [OMIM:143890] =

p-Value

0.00112985 3




Enrichment analysis

close x

KEGG Pathway Enrichment

Fathways enriched for genes in this list. For more information about the math

used in these calculations, see here.
MNumber of Genes in thiz list not analysed in this widget: 63

Option

Multiple Hypothesis Test Correction | Mone -

Maximum value to displav| 0.05 |

View in results table Download
Dathusan R=Aaluc

PPAR signaling pathway [KEGG:03320] & 0.0000028 &
TaIEE o metanona IREo o oo 1] o LR W00 =
Retinol metabolism [KEGG:00830] o 0.0000372 5

OO0oo O oo O Hﬂlfllﬁjl

Metabolism of xenobiotics by cytochrome P
[KEGG:00980]

Drug metabolism - cytochrome P450
[KEGG:00982] o

ABC transporters [KEGG:02010] o

Associated
with hsa03320

Steroid hormone biosynthesis [KEGG:0014/

Drug metabolism - other enzymes 5
[KEGG:00983] & Not associated

Glycerolipid metabolism [KEGG:00561] = with hsa03320
Caffeine metabolism [KEGG:00232] o
Arachidonic acid metabolism [KEGG:00590]

=(.00000278955...

63 69

4952 4979

5015 5048



Enrichment widgets

close x

KEGG Pathway Enrichment

Fathways enriched for genes in this list. For more information about the math

used in these calculations, see here.
Mumber of Genes in thiz list not analysed in this widget: 63

[Tt Tt et
Multiple Hypothesis Test Correction | Benjamini and Hochberg [ |
Maximum value to display | 0.05 [« |

View in results tablel Download

HEEO

=

|_||_||}H

Pathway p-Value
PPAR signaling pathway [KEGG:03320] = 0.0001088 &
Linoleic acid metabolism [KEGG:00591] o 0.0004652 4
Retinol metabolism [KEGG:00830] o+ 0.0004841 5

Drug metabolism - cytochrome P450

[KEGG:00982] o 0.0005064 5

Metabolism of xenobiotics by cytochrome P450
[KEGG:00980] o

0.0005546 5
ABC transporters [KEGG:02010] o 0.0008172 4
Steroid hormone biosynthesis [KEGG:00140] = 0.0017757 4

Drug metabolism - other enzymes

[KEGG:00983] = 0.0169648 3

Check the checkboxes of the top

5 enriched items (pathways) in
the list

close x

KEGG Pathway Enrichment
Fathways enriched for genes | .
used in these calculations, see CIICk on

Number of Genes in this list nof . .
“view in results table”

Maximum wvalue to display I}.DE
View in results table Download

p-Value
:03320] = 0.0001088 o

[ Dizplay checked items inresults

Show results in a

Drug metabolism - cytochrom new reSU|tS table
[KEGG:00982] @

Metablohsmggi;)gnobmtms by cytochrome P450

[C] ABC transporters [KEGG:02010] =

0.0005546 5

0.0008172 4

1 [ S5 TargetMine v owa s s o ma orae s

[

Savad your quary a8 "query_9"

Trail: List > Results

9 Selactad Genes from the list ‘hych_randé4’ for the widget 'KEGG Pathway Enrichment’

[ o List 3 Moo 10 L ™ Ao Cownn B Bxeonr  Paceamme 75 [+ << Fimn € Parvsous | Newo 3 Lass 2

P [ ] P p— B g oo > pathwars > B owoe > pathway

nehiGenenumber =ymbal name identifier name

1557 CYP2C19 cytodwome PASO, lamiy 2, sublamily C, pobypepbde 19 15 00551 Linoleic aod metabohsm

| 1550 CP2C8  cytochwome P450, tamily 2, subtamily C, polyneptide 9 00591 Linokeic sod metabalism

1576 CYPIAL eytochroma P450, family 3, subfamily A, polypeptide 4 00541 Linaleic acd metabolism
Clas?z CYPIAS  cytochrome PASO, famiy 3, subfamily A, polypeptide 5 [ |oos91 Linaleic acid matabolism

1543 CvP1al cytochrome P50, famiy 1, subfamily 4, polypeptide 1 00830 Ratinol metabalism
11557 CW2C19  cytochrome PAS0, famidy 2, subfamily C, polypeptide 19 [ 00830 Retinol metabalism

1559 CPICY  eytochrome PAsO, famidy 2, subfamily C, polypeptide 9 00830 Retinol mitabalism

11576 CYP3A4 crtochrome PASD, famdy 3, sublamily &, polypepbde & | 100830 Retincl metabohsm

Contact Us TargetMing > QueryDuilder > Query results page 7

%# You can see 3 summary of any results column by cicking the sigma icon in the header, Hide




Trail: List > Results [N @ gT=Yo [ @1 g (=N ol =18 40]0) & {0)
| d frogs
Selected Genes select all genes

E Gana > Ei Gana > Ei .Gene:bpathl.vays} E Gene > pathways >
nchiGeneNumber symbol name identifier name

athway Enrichment’

26 |E| << Frst < Previous | NexT > Last >3

_ 00591 Linoleic acid metabolism
_ 00591 Linoleic acid metabolism
_ 00591 Linoleic acid metabolism
_ 00591 Linoleic acid metabolism

a4 N\

Do the same operation
for GO and OMIM,

EY Create List | K3 App 1o List [M Aop Cowwmn [ Export  Pacesmze 25 |Z| << Fmrst < Previous | N and get 3 Iists

{with selected items) in a new list named

|kegg_t0p_5| | 'Save selected

Trail: List > Results

Selected Genes fropgs

Cancel

E omim_top_5 23 Genes

Save as a new list E go_top_5 16 Genes

E kegg_top_5 12 Genes




Organise your list

TEES -
ﬁ{ Ta rg etMiIne v 0.93i pata mining system to find drug target proteins

Lists i Take a tour | Login

Upload | View

Contact Us TargetMine = Lists 2

Lists

View your own and public lists, search by keyword and compare or combine the contents of lists. Click on a list to view graphs and summaries in an
analysis page, select lists using checkboxes to perform set operations. Click 'Upload’ above to import a new list.

conech- [N P

Actions: @ Union | D Intersect | @& Subtract | Copy Nptions: [¥] Show descriptions

ntly and to mark items as favourites 3:.7

¥| rands4 64 Genes

Manipulate your list using
Union, Intersect, Subtract
atop and Copy function

v hych 22 Genes

Union

Enter a new List name:
hych_rand6d| [Savel
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Export function

Sk .
ﬁ{ Ta rgetM IN@ v 0.93i Data mining system to find drug target proteins

QueryBuilder pur | Login

results page 2

%7 Use 'EXPORT from the menu below to download the results of this query in a choice g B Hide

Trail: Query > Results

Results for template: Drug(s) -> PDB entires complex wit|
Show all the PDE entries that contain a given drug.

ES Create List & Aop 1o List [ Aoo Cowwmn |8 Export| Pacesme 25 E << Fmst < Previous | Next > Last >>

Export results as comma or tab separated values (suitable for
. Drug > Drug = impart inta Excel) ProteinStructure
drugBankid genericName Excel format (maximum 10000 result rows) experimentTyy

[l pBOO8B19 Acetazolamide | 12 . format
[JpBo0219 Acetazolamide  []1

URE OF SULFONAMIDE DRUG COMPLEXED... X-RAY DIFFRACT
DRIAL CARBONIC ANYHDRASE V AND THE... X-RAY DIFFRACT
[ beoos1o Acetazolamide ] ljoo TRToTAC SToCTore o Tre carercetLULAR DOMAIN OF HUMAN CARBONIC... X-RAY DIFFRACT
[ pBODB1O Acetazolamide (] 16 Crystal Structure of the Extracellular Domain of Murine Carbonic... X-RAY DIFFRACT




Export function

Export results as comma or tab separated values (suitable for import into Excel)

Choose a format: @ Comma separated values
Tab separated values
Include column headers in output

Compress data using gzip

Add column: Drug > fdalabellssuedDate (=] [add

Drag and drop the O . )
fields to reorder Drug > drugBankId™ || Drug > genericName
the output

columns:

ProteinStructure = pdblde ProteinStructure = name &

results-table (1).csv - Microsoft Excel

- - ) - & | 3 Data Review View Acrobat
ProteinStructure > expenmentType ProteinStructure = resolution
||| = ;W'rap Text General = E:l_‘:é
Export = x| Merge & Center » | |28~ o, 9 ||%8 ;%8| Conditic
Farmattil
Alignment IF] Number [
Al - f« | DB00819
A B C ] E E G H I o
1 |[DBOOE1 S _Al cetazolarl azm DRUG-PR{X-RAY DIF 2
2 |DBOOR1S  Acetazolar dry COMPLEX X-RaAY DIF 245
53 |DBOCB1S9 Acetszolami dO CRYSTAL ' ¥—RAY DIF 15
4 |DBOOB19 Acetazolantri Crystal Str X—RAY DIF 258
5 DBOOE1S Acetazolari yda STRUCTURX-RAY DIF 21
5 DBO0OE1S Acetazolan ydb STRUCTUR-RAY DIF 158
7 DBOOE1S  Acetazolan wod STRUCTUR-RAY DIF 21
8 DBOOS1S Acetazolamizsh CARBONIC X—RAY DIF 2
5 DBOOE1S AcetazolanZhdn H34 M CAR X—RAY DIF 15
10 DBOOB19 Acetazolan 2 uyd ScCTS1 acx—RaAY DIF 175
11 DBOOB19 Acetazolan3czv Crystal st X—RAY DIF 2
12 DBO0OE1S Acetazolan3dc3 Usze of CarX-RAY DIF 1.7




Data customisation

* Integration of in-house experimental data or
customised datasets is possible.

Design

: Integrate
a suitable data &

Create a parser your own
in-house data

model
if necessary
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