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LSKB iS SCientifiC Web Knowledge‘Statioanl{B
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LSKB Interaction
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Knowledge ‘Station LSKB
1) Text-Mining

« 20 years of PubMed literature (3 levels)
« Clinical Trial

« Assay Description
2) Assay Data
« Target Gene/Protein - Chemical
« Activities Endpoint
« Mode : Inhibition agonism/antagonism

« EXxpression: up/down regulation
« GWAS

3) Curated Annotation
« Disease Target
« Gene Ontology
« Pathway
4) AI Curated Annotation
« Mechanism of Action
« Gene RIF
5) Misc
« Protein Pocket Similarity
« GO-MoA database




Al Curated Annotation

o FTARMoAD L

Discovery of MK-7145, an Oral Small Molecule ROMK Inhibitor
for the Treatment of Hypertension and Heart Failure

$

# of MoA

10,185 4,144 Ligand MoA Target
KCNJ1 HUMAN

MK-7145 ‘ ROMK INHIBITOR | KCNJ1_RAT

Existing By BERT Kir1.1

hypertension, heart failure By LSKB Ontology

SNJL Recall(BBIRZR) Precision(#8/E) F1 Score
MOA 98.30% 95.30% 96.80%
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LSKB iS SCientifiC WEb Knowled.gﬁciomsuﬁ

Bioinformatics

Analysis

Cheminformatics

Exploration
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Elpis Map : Decision Support Tool Kw_sf

LSKB Data In House Data

Workflow Elpis Map

e
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Workflow : Data preparation for Elpis Map

[e]ofee]s

Current Workllow

Terms availabbe

Load text file containing Gene/Protein identifiers

e
B

Load 50 File, with propesties

Seak compounds by structurs search using single compound by

Exact match wio chirality
from dataset

Seek Gene/Protein by category sssocisted
Sk GeneProdein by EC number

Seck GenelProdein by PDE IDs
nprad] Clieh B oy B daskog. 0 Glatraiinmg dorr Wloen ol rirl el
Seek GeneProtein by arbitrary keyword(s)

Hraull Tabies
CAMFAING

Soek Assay Targets by Taxil

Inpuit kiywords 8% gens/ prodein identifien,

Accoptable Gena/Protein identifler types ane,
= [Entrez GenelD
= Gene 5
* Unifrot Entry NamelAcoession
+ Ensembl GenelWProteinli TranscriptiD
* [RedSeq Accession
Multiple identifiersicoywords delimited by newline, tab, colon,
semboodon andior comma, allowed.

Seak Compounds by LSKE ChemiD
Seak Compounds by Patent ID

Seak Compounds by Compounds currently held

Seak Compiounds by MoAfunction associated

Input keyword type{s] ane automatically detected for each.

Retrieve protein-Egand Pairs, by Action Type

Compound list handling |Dumemy)
Retriewer, using KeysAls in workflow

Retrieve PDE entries associated with proteinis)

Gt DHsease summary by compound identifier
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PIK3CA_HUMAN
PIK3CB_HUMAN
PIK3CG_HUMAN
PIK3CD_HUMAN

Workflow

Elpis Map output
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LSKB Ver.7 K.J

1. GUI Z=mlFT
- Top Menu DOBHERK
- FTLUWT—TILDEA
2. Deep Learning (CKD i L7z MoA MDiENN
« A—4wv ~/Ligand/#&E EDOBREMDILK
3. GO-MoA® Update
. FTIR MOADENE RERT ) F— 3> NDEIE
« RENS FILWL =5y b H—5v MNEGFNSHITIREICIE. {ESMHN5 FhTCRBEISAEDRZR
4. Workflow® Update
- BNET BT —HUREZERIREIC

- WEDEHL
« LSKBOFT—AHNR—RXAZ{mARICTEATEDHERY —I)L

5. Elpis MapdDig#,
- LSKB £2&>—49 & BT —YDILLBNIES
« BEREZMADCHR—b

etc
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Knowledge ‘Station LSKB

CiRiBHDMhESTETNE LU,

PoUo—MZHRPhEBmLnNWZULERT,
https://www.lskb.jp/cbi2021
C BE(E
support@Iskb.jp
F CHRALWWZULET,
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