Release Note
LSKB Ver.3.4 Release Note

This document is written New function and fixed bug in LSKB (Life Science Knowledge Bank).

[New Function]
1. Add contents and function at Chemical information

* PDB Ligand Chemical Component
“PDB Ligand Chemical Component” part is added on Chemical information.

In case of the compound which is registered as “Ligand Chemical Component” on PDB,
Identifier and compound name are showed, PDB entries equivalent to the compound are listed.
Also, LSKB originally mined ligand registered on LSKB compound dictionary. In this case,

there is not entry on PDB. It just shows related PDB entry only.

Display on compound informtaion

!’.E] Methotrexate
PubChem Compound:

PubMed total: 22373

BioAssav: Tastzd 240
Active 1% »=> Relsted Genes

Insctive 183 &> Related Genes

Pharmacological Actions

Molecular Mechanisms of Pharmacolegical Action Description Of PDB details I
Ligand ID (Identifier), chemical
name on PDB are shown.

@PDB Ligand Chemical Component

The number is No. of
publication including the name. - [ N-(4-{[(2.4-DIAMINOPTERIDIN- 1-TUM-6-YL)ME THYLJ(METHYL ) AMING}
BENZOVL)-L-GLUTAMIC ACID

The list is PDB entries which
this ligand registerd.

Neutron Crystal Structure of Escherichia coli Dihydrofolate Reductase Bound to the
Anti-cancer drug, Methotrexate

o

21307

PDE Entries Jing

Methotrexate

DIHYDROFOLATE REDUCTASE COMPLEXED WITH METHOTREXATE,
NMR, 21 STRUCTURES
; E.COLI THYMIDYLATE SYNTHASE IN COMPLEX WITH METHOTREXATE
(MTX) AND 2-DEOXYURIDINE §-MONOPHOSPHATE (DUMP)
DIHYDROFOLATE REDUCTASE FROM THERMOTOGA MARITIMA
1Lk to PD5 FASE OF MYCOBACTERIUM TUBERCULOSIS
Dawnload PDB File > BRI AND METHOTREXATE
1dHSearch UniProt Entry > LSKB AL EFFECTS IN A SECOND-SITE REVERTANT
UF AMUIANI DIHTDROUFOLATE REDUCTASE

. mote (35

@DrugBank
[ Methotrexate 21807 DEB003E3
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Ligand extracted originally from PDB structure by LSKB
@ 1b0h P

PubChem Compound: 242418
ZINC: ZINC31976563
BioAssay: Tzsted
Active
Inactive

@33\'19.‘-« [ Remstionsearcn | [ checkAl |[Clear] [ Sendto

* Action for CheckBox* v | [ Submit

=z Related Genes

=0 N

No display of Identifier and
compound name. It displays
PDB entry only.

@rDB

PDE Entries 1b0h OLIGO-PEPTIDE BINDING PROTEIN COMPLEXED WITH LYSYL-
NAPTHYLALANYL-LYSINE

@PubChem s

01 B 1von
M BN ¢ 444419

* Search “related drug” which Metabolizing Enzyme of DrugBank on the compound information.

et DrugBank Info. I
Target 1 Target Name Dihydrofolate reductase

Target Gene Name DHFR
Target SwissProt ID | P00374 > UniProt

Targzt Protein DYR_HUMAN > UniProt #> Search Related Diugs
Target PDE ID Lmwt
Enzyme 1 |Enzyme Nams Aldehyde oxidase
Enzyme SwissProt ID | Q06278 > UniProt
Enzyme Protein ADO_HUMAN > UniProt
Enzyme2 Enzyme Name Methylenstetrahydrofolate reductase

Enzyme SwissProt [0 P42

Metaholizing Enzyme
ADO_HUMAN Aldehyrde oxidase (1.2.3.1)

i - Send Result to BW3DE
11 eniries found

Chemical Name

beimonidin: Gror SoB Frc Slesh 1231
Chiorpromazine £7r0n FDB FPC e 30426
Famiclovir £3r0A DB 987
Methotrenste oA 2PDB PC GesH So0BL 22373
NADH DB 18703
Palonosstron 0B 136
Penciclovir &oB 01
Rlosifens Oron o Gop. 3160
ViaminK 3 £roa 0B FPC Jles Foop. 7760
Zaleplen (Fr0n DB
Zonisamide &roa FoB 713
2
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2. Add Search functions on Protein details Info.
1) Search drugs targeting this protein

2) Search drugs metabolized by this protein

4 swissProt

(H) XDH HUMAN > UniProt

Primary Accession P47989
Secondary Q16681 Q16712, Q4PII6
Protsin namesz Kanthine dehydrogenase/oxidase (1.17.1.4)(1.17.3.2)

=== Search drugs targeting this protein
>=> Search drugs metabolized bv this protein

AN
@ ¥DH zanthine dehydtpeanass by Genz ID by Name
- Download listed structures as
Check Al ® Downlosd > @I O\Textrie [ DownloadPDBIDs ] spreadsheet on BW3DE
FDEID Title Ligand  Source

g HUMAN MIL] - .
O 29 Metabolizing Enzyme

XDH HUMAN Kanthine dehydrogenase’oxidase (1.17.1.4) (1.17.3.2)

) Send Besult to BW3DE

16 antrizs found.
Chemical Name

slpha-Tocopherol /TE0A FDB £PC Hhesy Fpop. 23783
Carvedilol O JoB _ 2071
Daunoubicin 5DB &PC &ooRL 423
Deferozamine 0”}& 0’03 gpc §Iie~$ﬂ 3417
Desflurane Omﬁ 0DB &pc 1413
Mereaptopurine dﬂm §DB 2031
Methotrazate dﬂ]& G'DB @pc m &m 22373
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3. New direct linkage to compound information on PDB ligand Identifier (3 character code).

“PDB

[FPARG]

peroxisome proliferator-activated receptor gamma

® Downtoad > @I O TextFite [

UniProt Entry
FPARG HUMAN
> UniProt

FDEBE ID
[ 1fmé

Link in case of “Refer to Dictionary”

TITIVIILY

N ALDOSE

[CTASE

RN_LSKB34_E.doc

PPARGANMA LIGAND BINDING DOMAINS RESPECTIVELY
BOUND WITH $-CIS RETINOIC ACID AND ROSIGLITAZONE

Download FDE IDs

Description
Peroxizome proliferator-activated receptor gamuma (Nuclear raceptor subfamily 1 group C member 3)

Title Source /| Rezolution

THE 2.1 ANGSTROM RESOLUTION CRYSTAL STRUCTURE OF |ERL : 7
THE HETERODIMEE. OF THE HUMAN EXFAILPHA AND

AND CO-ACTIVAT — =7

PubMed total: 4435

THE 2.1 ANGSTRO | W BR™
THE HETERODIME
PPARGAMMA LIG

BOUND WITH 9-CI
ACTIVATOR PEPT

TLLIN

Xray
NAP

N e

fer to Dictionary jb

PubChem Compound: 243633, 28010883
ZINC: ZINCO0$63328

Pharmacological Actions

Chemical Actions and Uses
Pharmacologic Actions
Physiological Effects of Drugs
Hypoglyeemic Agents >>> Search Related Chemicals

@ 3D Viewer |

@PDB Ligand Chemical Component

[[]2.4- THIAZOLIDIINEDIONE, 5-[[4-[2-(METHYL-2-PYRIDIN YL AMINO)
ETHOXYJPHENYL]METHYL]-(9CL)
1fm6 THE 2.1 ANGSTROM RESOLUTION CRYSTAL STRUCTURE OF THE
HETERODIMER OF THE HUMAN RXRALPHA AND PPARGAMMA
LIGAND BINDING DOMAINS RESPECTIVELY BOUND WITH 9-CIS
RETINOIC ACID AND ROSIGLITAZONE AND CO-ACTIVATOR PEPTIDES.
s Structural and Biochemical Basis for Selective Repression of the Orphan Nuclear

Pacamtar ] BLT 1 he: GLI0

Relation Search | [ cCheckall |[Clear] [ Sendto Clipboard

* Action for CheckBox *

~|[ sumit ]

BRL

PDB Entries

L3

Search Keyword: CIT

14 entries found. >>> Deownload All

¥ Chemical Name (Product:Name)2

® (8)-2-Methylmalate &pe
O BEEE cx grc
O BEEE ar grc
o BT cx @re

Search using query as ligand Identifier

4
2010.11.
Copyright© World Fusion Co.,Ltd All right reserved



Release Note

4. Search by Gene ID on top” Gene Synonym Search”

The same display style as previous version. Enter number as keyword — Gene ID Search ON

Automatically search option

changes

Input Keyword
|

Synonym ® Symbol O

Gene DD Search & ON O OFF

Put numerical value
® Prefiv O Esact

Human [ |Mouse [Rar

Option Filter 5%

Push “Search” >> Search by
“Gene ID”

Gene ID Search “OFF”
Input Keyword

Hit Gene

@ PPARG  peroxisome proliferator-activatad raceptor gamma

14

5468

.t ..

GeneID Seach O ON g‘q%()rr'g

v, )

Organism Homo sapiens
Entrez Gene ID 5468 = NCBI
Summary  This gene encodes a member of the peroxisome proliferator-activatad raceptor (PPAR) subfamily of
muclezr receptors. PPAR: form heterodimers with retinoid X receptors (RXR.s) and these heterodimers
“ . ” regulate transcription of various genes. Three subtypes of PPARs are known: PPAR-alpha, PPAR.-delta,
Not “numerical value and PPAR-gamma. The protsin encoded by this gene is PPAR.-zamma znd is 2 regulator of adipocyte
differentiation. Additionally, PPAR-gamma has been implicatad in the pathology of numerous diszases
Input Kemﬂrd including obesity, diabstes, atherosclerosis and cancer. Alteratively spliced transcript variants that
______________ encode differant isoforms have been dascribed. [provided by RefSeq]

:
54685 !
------------- Link» | — > Mining Quality :

o
aanss®

Gene ID Search @ on O OFF PubMed total: 11065 [ Check All } * Action for CheckBox * ,v|[ Suhmil]
Dpe(oxime proliferator-activated receptor gamma 2612
[ tuctear receptor subfzmily 1 group C member 3 5
Option display changes to default = s oot smmons (R ARG R - [Nuclaotidel

Input Keyword

54685

[¥] synonym @ symbot O Gene Nams
@ Prefix O Esact

Human [ Mouse [Rat [ Zebrafish

Option Filter >>>
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5. New search function on Batch search on “Advacned Search”

Keyword type/Search Target Input value/ Summary of search result

Protein ID 4types of ID and Accession number can be used

—  Accession number of RefSeq Protein

—  Accession number and entry name of UniProt
- Accession number of GenBank Protein

Gene Gene information related to protein
-  GenelD

-  Spiecies

- Gene symbol

- Gene Name

PDB ID PDB ID

PDB Information of PDB Entry

- PDBID

- Title

- Ligand

- Experimental Method

- Resolution (In case of X-ray)
Protein UniProt Protein entry information
- registration Name

—  Description
- Domain (Pfam Accession ID, Description)

Keyword Type : Protein ID

@ Test
Keyword Type : PDB ID

O e D ® Tt o

Lp;g

irdt

1wmd
Frotein ID w lzeo

O 0

Select Search Target
Select Search Target
FOE D v

Select Search Target

Select Search Target
PDB
Protein
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