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11.Target prediction by Chemical Structure

EEen |

Current Workflow Items available

Seeking compounds by structure search using single
compound by sketch

>
|
>

Add annotations to Compound

Seek compounds by
Similarity search

(Similarity minimum:65)
from dataset:

CPDs associated with assay

(optional) Click to open the dialog, to choose/drop items store into result table.
Result Tables

COMPOUND

Retrieve molecular connectivity indexes

Retrieve assay attributes

Retrieve ChEBI annotations

Retrieve MeSH tree

Retrieve molecular functions

v

Add annotations for hits, retrieve molecular properties

¥ %]

Generate SDF

<

<

Retrieve activities associated with compounds/proteins in
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Input multiple PDBIDs, and seek gene/protein identifier )
associated

PDB itentifiers(s), case insensitive

tion LSKB

(optional) Click to open the dialog, to choose/drop items store into result table...

Result Tables
PDB_PROTEIN  GENE/PROTEIN

Retrieve PDB ligands associated with PDBIDs preliminary
loaded in workflow

v Replace list of compounds currently held, into retrieved ones

{optional) Click to open the dialog, to choose/drop items store into result table...

Result Tables
PDB_LIGAND COMPOUND

Retrieve activities associated with compounds/proteins in
workflow processed preliminary, from LSKB integrated assay
dataset

v Retrieve activities without target protein entry name

v Retrieve activities without P_ACT value

v Retrieve activities without ASSAY_TYPE

v Reject when DATA_VALIDITY_COMMENT is *NOT* empty

(optional) Click to open the dialeg, to choose/drop items store into result table...

Result Tables
ACTIVITY_LIST  GENE/PROTEIN

Define filtering condition to restrict output rows

Column

Condition

Value
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Summary GeneProteinList Hit Molecules Activity Integrated PDB Proteins PDB Ligands
Summary GeneProteinList Hit Molecules Activity Integrated PDB Proteins PDB Ligands
FILTERS
l Query Name » I e » | AssaylD v | = v ‘ Numeric value ] Add Filter Clear
Filter operation mode > @AND OOR Filter operation mode » ® AND O OR
Do oae a8 o B - |- [ ool oocemo [ o
Action » | No actions available... Action » \ Select action... v \
‘ Page 1 of 1 H Total 16 records H 16 records, filter pass ’ Page 1 of 1 H Total 26 records H 26 records, filter passed |
Compound structures Assay activities
m LsﬁBo'gﬁmID a AssaylD Compound Target Protein Data Source Activity Values Assay T pAct PACT FABP4
o g X g g ] Homan
BioAssay P_ACT =6.80
[J 1021392 1000219129 FABP4 _HUMAN 1305257 STANDARD_TYPE =Ki Binding 6.80 6.80
[T} Alistof LSKB ChemIDs BDBM50248245
BioAssay P_ACT =585
[ 1021392 1000770471 FABP4_HUMAN 1305257 STANDARD_TYPE = Ki Binding 585 5.85
BioAssay P_ACT =7.52
[] 1021392 1145739160  FABP4_HUMAN 1305257 STANDARD_TYPE =Ki Binding 7.52 7.52
[C] Alistof LSKB ChemIDs BDBM50152883 BioASsay P_ACT=7.00
[J 1021392 1070289277 FABP4 HUMAN 1305257 STANDARD_TYPE =Ki Binding 7.00 7.00
1000279031
BioAssay P_ACT=6.92
N6 [ 1021392 1069668188 FABP4 HUMAN 1305257 STANDARD_TYPE = Ki Binding 6.92 6.92
[C] Alistof LSKB ChemIDs BDBM50177672 BioAssay P_ACT =6.66
[ 1027878 1000219129 FABP4_HUMAN 1312065 STANDARD_TYPE = Ki Binding 6.66 6.66
1000770471 BioAssay P_ACT =569
[] 1027880 1000219129 FABP4 HUMAN 1312067 STANDARD_TYPE = Kd Binding 5.69 5.69
[C] Alistof LSKB ChemID. O /0 BDBM50063854 Blofss sy LEACTISS 98
1540 efmes ’ i\n [ 1037073 1001025101  FABP4 HUMAN 1322079 STANDARD_TYPE = Ki Binding 6.98 6.98
1026361119 BioAssay P_ACT =7.66
[ 1037073 1033726708 FABP4 HUMAN 1322079 STANDARD_TYPE = Ki Binding 7.66 7.66
BioAssay P_ACT=7.80
Id F . 1037073 1033216284 FABP4_HUMAN 1322079 STANDARD_TYPE = Ki Binding 7.80 7.80
r usio
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Seek compounds by structure search using single compound
by sketch

/\/\N Seek compounds by jon LSKB
Substructure search
/\)\ from dataset:
\ NNl CPDs associated with assay
ES

{optional) Click to open the dialog, to choose/drop items store into result table...

Result Tables
COMPOUND

Enter list of Patent IDs into the textbox below.
US-9051279-B2

Result Tables
COMPOUND

Intersect hits by LSKB ChemlD.

Result Tables
COMPOUND

Retrieve activities associated with compounds/proteins in
workflow processed preliminary, from LSKB integrated assay
dataset

v Retrieve activities without target protein entry name
v Retrieve activities without P_ACT value

v Retrieve activities without ASSAY _TYPE

v Reject when DATA_VALIDITY_COMMENT is *NOT* empty

({optional) Click to open the dialog, to choose/drop items store into result table...

Result Tables
ACTIVITY_LIST GENE/PROTEIN
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Workflow Storage

PRE-DEFINED USER-DEFINED

1.Activity Finder from target ID

2 Activity Finder Example: actives for human p38
3.Annotation Finder

4 Target prediction from LSKBChemID

5 Activitiy collection from PDB ID

6.SDF file preparation for active chemicals from Protein
7.Chemical Finder Ex.1 :related MoA

8,Chemical Finder Ex.2 :from EC number in human
9.Chemical Finder Ex.3 from Protein Classification in Rat
10.Activitiy collection from Taxonomy ID

11.Target prediction by Chemical Structure

12 Ligand table from PDB ID

12 (Modified) Ligand table from Protein

13.Activity collection for ElpisMap by target ID

14 Seek Gene/Protein by identifiers

15.Seek Compoundn by LSKB ChemlD, then Generate SDF
16.Seek Compoundn by Structure Search

17 Activities from target identifier with compound list

<
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A
‘Sea":" item(s) from list below...

VServer Dataset
¥Demo Data w Enjoy LSKB's Synonym and Relation Searches.
PPAR dataset with 3 plots CQ ~—1 LSKB Search System

. PPAR dataset

[E] '¥Demo data (derived from Workflow) =
PPARG Human assay data, retrieved EI pls M a p

B by Workflow

Sl Scatter plot application

L =L Donao oonaao

PR S N =
_\_LE AN i }E / ) [/ Search item(s) from list below. ‘ = bus
; ¥Server Dataset <
/ LJ\ / LJ\ /7 A vDemo Data %
v >
([ ] - PPAR dataset I| g'
¥Demo data (derived from Workflow) V] . <_[ .
PPARG Human assay data, retrieved 2:: ! '
B by Workflow o is '
TestTest6 o ; ® iele aw iy h 2 . PY ' '
200 300 4oo soo 600 700 200 300 400 500 600 700
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Ref: MEDCHEM NE

WS 28(3) 127-131(2018)
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FlpisMap®] B3

c PIK37A YV 74— LIEREBIEOT7ACIADOREENFONT WD
* Thyroid Res. 2012 Dec 21;5(1):22. doi: 10.1186/1756-6614-5-22.
- X—4 v NEHE
PK3CA_HUMAN, PK3CB_HUMAN
PK3CG HUI\/IAN, PK3CD_HUMAN
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E| p | S I\/I a p ,T /'E §< T&IJ LSKB Additional Applica X ElpisMap/ScatterPlot X LSKB search with work?l: X Workflow applicaton X + — O X
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