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Identification of a novel SIRT7
inhibitor as anticancer drug
candidate

Homoharringtonine Induces
Apoptosis in Human Colorectal
Carcinoma HCT116 Cells Via
Downregulation of Wnt/B-Cat-
enin Signaling Cascade

Stereoselective Synthesis of
Highly Functionalized 5- and
6-Membered Aminocyclitols
Starting with a Readily
Available 2-Azetidinone

DITMD-induced mitotic defects
and apoptosis in tumor cells by
blocking the polo-box
domain-dependent functions
of polo-like kinase 1

Small-molecule inhibitor of
HIlyU attenuates virulence of
Vibrio species

A nano sensor for sensitive
and selective detection of
Cu2+ based on fluorescein:
Cell imaging and drinking
water analysis

Discovery of Novel Pyruvate
Dehydrogenase Kinase 4
Inhibitors for Potential Oral
Treatment of Metabolic
Diseases

Synthesis and Biological
Evaluation of PF-543 Derivative
Containing Aliphatic Side
Chain

A Small Molecule Targeting
Mutagenic Translesion
Synthesis Improves Chemo-
therapy

In vitro activity of DNF-3
against drug resistant
Mycobacterium tuberculosis

KCB newsletter

Ji-Hye Kim, Da hee Kim, Suk Joon Cho,
Kwan-Young Jung, Jong-Hoon Kim, Jun Mi
Lee, Hee Jung Jung, Kwang Rok Kim*

Mikyung Park, Hojeong Kwon*, and Seong
Hwan Kim*

Raghavendra Achary, Hyeong Rae Kim,
Hyeon-Kyu Lee*

Ka-Ul Kim, Ju Hee Lee, Mi Young Lee, Chong
Hak Chae, Jeong Hyun Lee, Byung Ho Lee,
Kwang-Seok Oh*

Zee-Won Lee, Byoung Sik Kim, Kyung Ku
Jang, Ye-Ji Bang, Suhyeon Kim, Nam-Chul
Ha, Young Hyun Jung, Hyun Jik Lee, Ho Jae
Han, Jong-Seo Kim, Jeesoo Kim, Pramod K.
Sahu, Lak Shin Jeong, Myung Hee Kim &
Sang Ho Choi*

Prasad G.Mahajan, Nilam C.Dige, Balasaheb
D.Vanjare, Seong-Hui Eo, Song Ja Kim, Ki
Hwan Lee*

Dahye Lee, Haushabhau S. Pagire, Suvarna H.
Pagire, Eun Jung Bae, Mahesh Dighe, Minhee
Kim, Kyu Myung Lee, Yoon Kyung Jang, Ashok
Kumar Jaladi, Kwan-Young Jung, Eun Kyung
Yoo, Hee Eon Gim, Seungmi Lee, Won-ll Choi,
Young-In Chi, Jin Sook Song, Myung Ae Bae,
Yong Hyun Jeon, Ga-Hyun Lee, Kwang-Hyeon
Liu, Taeho Lee, Sungmi Park, Jae-Han Jeon,
In-Kyu Lee*, and Jin Hee Ahn*

Seon Woong Kim, Taeho Lee, Yoon Sin Oh,
Sang Mi Shin, Joo-Youn Lee, Sanghee Kim,
Dong Jae Baek*, and Eun-Young Park*

Jessica L. Wojtaszek, Nimrat Chatterjee,
Javaria Najeeb, Azucena Ramos, Minhee Lee,
Ke Bian, Jenny Y. Xue, Benjamin A. Fenton,
Hyeri Park, Deyu Li, Michael T. Hemann,*
Jiyong Hong,* Graham C. Walker* and Pei
Zhou*

Md Imtiazu Islam, Choi Moon Han, Hoonhee
Seo, Sukyung Kim, Hafij Al Mahmud,
Kung-Woo Nam, Byung-Eui Lee, Venkata S.
Saduy, Kee-In Lee, Ho-Yeon Song*

Biochemical and Biophysical Research
Communications
2019, 508(2), 451-457

Bulletin of the Korean Chemical Society
2019, 40(2), 196-199

The Journal or Organic Chemistry
2019, 84(7), 4263-4272

European Journal of Pharmacology
2019, 847,113-122

Scientific Reports
2019, 9, 436-449

Spectrochimica Acta Part A :
Molecular and Biomolecular Spectroscopy
2019,276,105-116

Journal of Medicinal Chemistry
2019, 62(2), 575-588

Chemical and Pharmaceutical Bulletin
2019, 67(6), 599-603

Cell
2019, 178(1), 152-159

International Journal of Antimicrobial Agents
2019, 54(1), 69-74
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Identification of new aryl hydrocarbon
receptor (AhR) antagonists using live
zebrafish model

Facile synthesis of new quinazolinone
benzamides as potent tyrosinase
inhibitors: Comparative spectroscopic
and molecular docking studies

Identification of a novel turn-on
albumin binding small-molecule
bioprobe in live zebrafish and its
potential application in drug discovery

The anti-biofilm and anti-virulence
activities of trans-resveratrol and
oxyresveratrol against uropathogenic
Escherichia coli

Discovery of small-molecule
modulators of protein—RNA interac-
tions by fluorescence intensity-based
binding assay

Synthesis and biological evaluation of
3-acyl-2-phenylamino-1,4-dihydroquin-
olin-4(1H)-one derivatives as potential
MERS-CoV inhibitors

Fluoranthene-Induced Cytotoxicity
and Direct Effect of Aryl Hydrocarbon
Receptor Antagonist on Hematopoiet-
ic Stem Cell Differentiation

Phenylethylamides derived from
bacterial secondary metabolites
specifically inhibit an insect serotonin
receptor

Thiostrepton: A Novel Therapeutic
Drug Candidate for Mycobacterium
abscessus Infection

Potential biomarkers and antagonists
for fluoranthene-induced cellular
toxicity of bone marrow derived
mesenchymal stem cells

Discovery of (E)-5,5-Difluoro-1-
[2-5-(3-fluoroohenyl)pyridin-2-yl]vinyl]
octahydrospiro(indene-2,5-oxazo-
lidin)-2-one as a PAR1 antagonist

Jieun Jeong, Kun-Hee Kim, Dong-Young Kim,
Gopalakrishnan Chandrasekaran, Minhee Kim,
Suvarna H. Pagire, Mahesh Dighe, Eun Young
Choi, Su-Min Bak, Eun-Young Kim, Myung-Geun
Shin*, Seok-Yong Choi*, Jin Hee Ahn*

Prasad G. Mahajan, Nilam C. Dige, Balasaheb
D. Vanjare, Hussain Raza, Mubashir Hassan,
Sung-Yum Seo**, Chong- Hyeak Kim, Ki Hwan
Lee*

Hang-Suk Chun, Seo-Jung Han, Dae-Seop Shin,
Haushabhau S.Pagire, Suvarna H.Pagire, Gwi
BinLee, Chong Hak Chae, Boryeong Pak,
Suk-Won Jin, Young-Tae Chang, Seung Bum
Park, Jin Hee Ahn*, Myung Ae Bae**

Jin-Hyung Lee*, Yong-Guy Kim*, Chaitany
Jayprakash Raorane, Shi Yong Ryu, Jae-Jin
Shim & Jintae Lee*

Wan Gi Byun, Donghyun Lim, and Seung Bum
Park*

Ji Hye Yoon, Jun Young Leeg, Jihye Lee, Young
Sup Shin, Sangeun Jeon, Dong Eon Kim, Jung
Sun Min, Jong Hwan Song, Seungtaek Kim,
Sunoh Kwon, Young-hee Jin, Min Seong Jang,
Hyoung Rae Kim, Chul Min Park*

Seung-Hyun Yang, Min-Gu Kang, Hye-Ran Kim,
Young Eun Lee, Bo Ram Na, Jun Hyung Lee,
Jong-Hee Shin, and Myung-Geun Shin*

Ariful Hasan, Hyun-Suk Yeom, Jaewook Ryu,
Helge B. Bode & Yonggyun Kim*

Tae Ho Kim, Bui Thi Bich Hanh, Guehye Kim,
Da-Gyum Lee, June-Woo Park, So Eui Lee,
Jae-Sung Kim, Byoung Soo Kim, Sungweon
Ryoo, Eun-Kyeong Jo, and Jichan Jang*

Md Moinul Hoque, Young Eun Lee, Hye Ran
Kim, and Myung Geun Shin*

Chul Min Park, Sunkyung Lee*, Jong-Hwan
Song, Joo—-Youn Lee

Bioorganic & Medicinal Chemistry
2019,27(19),115014

Journal of Molecular Structure
2019, 7798,126915

Dyes and Pigments
2019, 171,107720

The Journal of Bioadhesion and
Biofilm Research
2019, 35(7), 758-767

ChemBioChem - Wiley Online Library
2019,20,1-8

Bioorganic & Medicinal
Chemistry Letters
2019, 29(23),126727

Ann Lab Med
2019, 39(6), 580-583

Scientific Reports
2019, 9,20358

Molecules
2019, 24(24), 4511

Blood Research
2019, 54(4), 253-261

Bulletin of the Korean
ChemicalSociety
2019, 40, 658-667
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mation Management System, PIMS), 2) 2t2t=230| 2R3t 640HE O|&2| algtE X2 e &2 otet=38E HlolH
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otetE-EH, CHEIE-ER ’é!t” EtZl HAFEO| Ciet 242 S5t S DB 2f #HQA0 MEECH HAE Se DB
A7|0r B0 “HAMSI LS HE"E 7|HIC 2 otetE 2% otghE, ChEMBL 2t =, DrugBank 2Heh 2, 2|ZtE HEE S5 PDB
CHHE M SHetEE9)| molecular descriptor, & AME fingerprints7t XM=, steh=-EF21-EHo|| Ciet HEH[O[H =
20| 24 50 DB HZ 2|2 HEE 2 H|0|E 7240 25 KEHEICEH ChEMBL, PDB, DrugBankS2| 2% 33HI0|EH&=
FI|HCez X3 YUOO|E 7|50| 2&ot] +HEICE +HE HE= stehEo| 7|82 /ME/828 51 22 AF ZEe
ASE = UL E C|O|EH[O|ATF A =[ULCE.

MZ2 oigtE=2d HIo[EH0|A SENME StetE So A4 =2 otL|2t, otetE VI8 sfet=E % HIOlE &8 MY 89
stetE2dol HarEel x| HHIA':OI 2eteloflM 7#%3H1f stet=E 7|El/2E8n e AR T2 A= 2
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HH HOobA|AH]

sitE2d Y5 MHIAE 22110 M HS5H7| fIsiM 2210 AFEXt 22| A|A”0| BRI, 00]| [t AFEX HE H
S HOt: 0 ZR5HA| EICL ot ALK HEESE I SHA] SSL Ot QI A T4 MX| 9l NTIS(National Science &
Technology Information Service) 3 QIS AAHIS ME3H0] M3 #l=lo|Ct.

I AO|EZ AN, Z7FAHRIQ| 7RI HE

NTISE S7HHToHE AfRiol Chet HES 8t ROIA MblAsHs 27batsty 2 E
0 HEOIZ AIAHS 0|5f0] 2t

o = |
H3 +FS HSoto] AEXIQ JHRIYEE QS| Eoltt, ofgt=2d

g 2 NTIS o=
2001 R E 2feldtal AFZXHE A8 o 0|, QIE{ S0 M AZXLPCRE 2 M ALO|of| SAlEl= YEE =olsto]

r
SAJL S SBIS DAL DE YM 2 S
MEE JH2HE 012 Lok 4 gUfl ECLNTIS
M| srEA Bastt,

tPC
4 MHE 2otAHEtD ottt Hoto| HEE ¢ AFOIEOH Me Ak
St 7= 2E 27t L=tk 7| 20| S| =227t e
2”2 HHOR HOtMHE X[J5H7| W20, SSL E‘P_f 2ASM

v SSLOIALE Al
LS (http:/)) B2 A4
2245 02.123.4567

I

O | .
C\j/l\ CoALT :
02. _‘l%2§4567 @ |_ 4 @

A=t R SSL HQIMH 71X SSL HOtAMH 7= 2AMH
AR}

il

Vv

v SSLAFEA|
SSLEM (https://) HE 44
ghdrlf2e hdofec18a8d0

[T 2] SSL EOFA{E{Q] Of|A|

M22 S HO|EH|0|A 22|/2F AARE Tk ARt FEXQl RIS /5t Java 7|82 Spring Boot 2.2 2
DY 2 E EOE JHLEASH, ARt 2ot 0l ¢ QIEH|0| A S HS5H7| 2/5H0] Vue AHHIAIRZIE 20| E2{2|Z 0| 8¢t
%4l front-end C|XIRI0] HEE|RAULE NTIS HetelE A|IAR2 Spring? SAML(Security Assertion Markup Language)
DS 0|83t HMI3E ZAo|ct stetE22d ST CIolEH|ojA Z3EuM 201 7|52 QBSHH HTTP-Redirect 7|S0|
ESSIOI NTIS 2201 Ho| MM EICE HEE 201 Hoj|M AFZXIS NTISAHL 2 20151 &M, stetE 2 MH2ENTIS
QZ Mot S4I5to] ALEX 2101 YEE AEsHA| EIC) O|HA 2010 H38t ALEXIS2 StHE 22U MER 221¢
SE2 M8 == A ECt

E
r
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2 Authentication

ID  david99
PW

Ik Kk kk

-

User driectory Gateway

uid  david99 2 i .
name David Hong 1gn-in
mail  david@home.org

1 Request authentication

4 Authorization

Transport layer security (TLS/SSL)

P

3 User attributes

{David Hong, david@home.org, faculty}

Institutions (Identity providers)

AHYEX| S}
(Identity Provider)

N

SAML

Internet

g ety
(User client)

v

L g

User

Domain applications
(Service providers)

MH[ATSKE
(Service Provider)

(3% 3] NTIS 13015 AIA 7R
. .
718 Mu]A A=
sl o ¢ DB ZaZ ol 22t0l 7SS et J|Et Y uHE, BHEE ferEe] ofEAlY
StetE 7|2 ARgXF 239 0 “B2IE > J|EP B0 J|Et ZRHE S& J|58 S3i0f Its
HEES ARSI U2 %, 3138 7 TFUQl mol i sdf IFUS AR E ohel 7|5} A% 30| ZIRE
o BINuELY svses a4 mewe a4
7|etm2aE S23|
0O >3=2AE )5
7|et 71t ole 7l
EUERIE-ELT + 71t m2aE 58
PharosiBT
20200109 M2y 010-9052:6170 sz 2 HEF
JlyERs 031-345-6170
1479 2 20191231 MBY 010-9052-6170 ‘combichem RS
170 20191220 HEY 01090526170 ol il 253 BAREA BEYREAE Rird® frsie s
77 o 20191228 MBY 010-9052-6170 synthesis. 4EZ 3
o=
eeeee
[0 4] 7|2HZ2HE 230l A1F oA

14
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stet= ghE ME2 stetE2do| 02| S0 & S 2t0|22{2|(Focused library) set@! “X|S 2f0[222|"Lt AHEXI7}
=elo| &8 X0 %30 et “Liof 2to[22{2|"E 0|&3t0 7hs3ILt. “HE 2to|22{2|70= thE, Yo, BAHE, PP,
GPCR, Kinase, Fragment 2t0|22{2| S0| M, AL8At7t stgt= HME S5t0 oif=23 M5 “Lie| 2t0|22{2| 0
o= ot E B[AES FHSIH BHE MHE Tl + Ant

« slagereo
[ X :‘:ig%{ﬁ:‘% o e CUECT

of

}

EY BT

12 A 2

tol
I

[Ok-Z] CHEMBANK CHEMBL DRUGBANK LIGAND

D> o olx] HAde 0 &0 Holx| e 34 v HM A Eae

He B o
o
o B .
. :© on o7 o
HO, = u\; S
) ) 02\@

120,082 120,042 180,042
CoHoos comgos coHzo4

CHEMBANK CHEMBANK CHEMBANK
CHEMBL

DRUGBANK

= dM Z21H(?)

b
I_Ol

22 dM2 oel SHOIM A Mg & JACH, “HM>oietE AM” HFolMZ HMO| 7+SSIC HA 1K ZHM
ANoM = S8 DBO| Y= SteE 7AELt StEE XL ENE Hole o Tt HME olptE X Aut= “HAH|”, “CHEM-
BANK”, “ChEMBL”, “DRUGBANK”, “LIGAND”Z T E&|H, Zt £Xt HoFE= o= 7tE0l= s otehE0| o=
Fte|n2fof sHE ==X 2elo] JHsoict. stefE 23 vtES AMHGH| lsiA= “CHEMBANK” FHE|12|E MEHSo] st
slgtEs MEY 4 UCh Eot AMEl BXto| AXE ZEIoHA| W, Ciet SH™EE(2XHE, 2K, logP, H-bond

= |
donors/acceptors, Polar surface area S)% OfL|2t, 0|2} 2t =l Al

O sizsErEey sormos
ol e e sugey L] naye 2top=ziz) 2

@ > Protein view

Protein Viewer

Q  1was Search

N[ sinding site CH|
1] [ACIIS00A |@] -

2 [AC2]600:A @
3 [AC3]501:A v

Ml

n] Lioand
1] [GLCIS00:A

2 [NAJ600:A
3] [MRK]501:A

©

BE
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HIO|E] 2& At

Assays
130-assays with 1,088,007-activity data in KCB DB

Num .

Name Target Assay class data Activities Profile
acetolactate synthase (ALS) CHEMBL4263 enzyme-etc 2868 0~T4
Cell-based Sodium hydrogen exchanger-1 (NHE-1) 2 & CHEMBL2781 et 34217 -443 ~ 89 |j|
A2 Glycolate Oxidase(GO) X & 2144 CHEMEL4229 enzyme-etc 3924 0~53 m
Cinnamyl Alcohol Dehyd rogenase inhibitor enzyme-etc 49077 -313~99 m
p53 HIE Mz HIH regulator CHEMBL1907611 cell based assay 13541 95~ 319 E
KAPAS inhibitor enzyme-etc 8 0-98 m
Hypoxia #1% F 2 regulator CHEMBL2216741 cell based assay 11178 -126~220 m

(23 2] eh=stEEad 7I8skteE 8ddEe
in| e |85 3y ] X =) LIS A HIS = = * ol = A O BlSE= [=AW=|
EP|SRU(ATMAR HSH D4) HRTIO| st OFB-FH EHNY MBIE* 0% V|22 BB (%) U
= =l5t= — O SEAK = I~ (=N e) b~ I o ~l - SL3F= =
(BXN) BEE 7|Ho= oehS-tHlA 7t 45X 82 oSG, 0|2 Sl 2E S RYUSt= HMES Hofsh= g2 +XE
AL = SHEXIS HFAA X0

O|&sH= S Mt 2HSE S WE6H= o|E 2 =0} (1_‘.':! 3).

E ﬁ Known DTls + randomly generated negative DTls |

E - ' DTl database E

: ' - DrugBank # of compounds @ 11,950 |

: U' -KEGG #ofproteins  : 3,675 !

: ~ - IUPHAR # of positive DTls : 32,568 !

H ; Fingerprints i Hyperparameter E

: - HH Optimization :

MDRG 11111 Lofolidel - IOIOIIIIIE:UsingVaIidationDataset:

E Fully connected layer E © - MATADOR H

: H - Predicted negative DTI

E Fully connected layer E . = H

: H E # of compounds 499 E

H 11 #of proteins 538 !

H S 11 #of positve DTIs : 370 !

: Deep Neural Network Model i Hof ﬁegative DTls: 507 *

H Construction U H !

E # of compounds  : 21,907 .

: = = Active binding assays + Inactive other assays # of proteins 598

H NIEIN - PubChem Bioassay # of positive DTls : 18,228 .

H ~ - KinaseSARfari # of negative DTls: 18,228 E

: New DTls Prediction using Independent Dataset

(0% 3] %2-EN CHIE 4SS T QIBAlS 2 e

« OFR.E CHT MTEG: TX CHITIO| R0JF 2T AK| Z3eH=X| o
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Binding site and ligand

Protein and ligand

of 1a7x_1

of 1a7x_1

Binding site and ligand

D

Protein and ligand

of Tny3_1

of 1ny3_1

Number of convolution results covering residue

3<

S

x|2do| 1 9| x|

F

S
=

FKBP1212} MAPKAPK2 4f

|7d
=

X1
=
|
=2

it

(23 4] =Y

M& AMZAL(Convolutional neural

P |
hy

X ME o] dx|=2

-

x
ay

ULt 24,0007H O|&Q| oF=-H

Bl

=0 o]

&2l of

=l
—

K

ol

P |
=

M| x7| THA0A

o

OF.
2

=0 &H|

£|7| of

N
A

to =+

.
[¢]

Z 1t 7|LtokA| (kinase), 012 E2(ion

a

)

o
E_I_l.

[

ABHS
28ls
EOl
=l

ojn

StATE|E MY

2
S

protein coupled receptor, GPCR)

0

ol

f

ol Mef hit'e| H|E0| 10~2082]
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TOo
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o=
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HD=

HEIOf| CHet
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It
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=
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=

b

£ AE317| 215t A
7| Best

Zthstul-0| St RFCH

b

.
o
—
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—_

LK

ol

ol 22Tl EXof| i

E
S

JE

A
e

=
=

, =X, CHAL, B

Predicted score

SMILES

Compound

Rank

0.9654864072799683

=0)o

O)CCCN)C(

NC(=

0.9606618285179138

=0

N/Nc2cce(l)ec2)C1

SINTN=C(c2cec([N+](=0)[0-])cc)/C(=

NC(=

0.9554084539413452

0)O)cec3)enc2[nH]1

O)NC(CCC(=0)0)C(=

0)e2nc(CNe3cec(C(=

Nelne(

0.9514275789260864

O)cleccec1SCelcecceet

NC(=

[12 5] Carboxypeptidase B2

O[tHof| 371! BIH|OlE -

| stetE FEot 7t FHE

EtL)
=

C=HE 7|

o
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Ch = 7tA N AL

7|chet
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ol

ol
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ol
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| &7 22t0]

H|ZHstod -20 °Cofl

=
=

)

S DMSO0]| =2l OtAE JE(5 mM

[cN

=1
&l
HiO
il
ol
o]
ol
=

1t ehHl MEE H-NMR X2 5 HESHH otefE 7% % =(80%

E|X| AL &7t 80% O[5!

]

t

10

=7180% O

A
=

ASH

(2F20,000%)E {Et0{ UPLC-MSZ

o

X
=

TIsE7| Mof Hit stetEel 2

UPLC-MS= CHA| 245104 O 21t 28Xt 7[ErXtolA| M3t ULt

UPLC-MS
Waters Acquity UPLS-SQD2

Barcoded

Auto-storage (-20 °C)

Cold room (=5 C)

tubes

(Brooks SS—-11)

KCB newsletter 21



s E2dl AT
Se cjo|E| & Hxt /
Z2| E-mail. chembank@krict.re.kr Tel. 042-860-7190 Web. www.chembank.org
HO|E| &8
RERE:ES
\ oiolE &8 Aot \
\ ME HIoJE HhE \
7h&f BHAH
CllojE] 24
HER S HoIE ZF
== AH=
=TT 4 TT
FoHererE 2tojEa 2|
A etetE
st ax M Focused 2t0|=2{2] GPCR 32
PPIotEtE
8hE 7hstl 2to| 2212
FFAISZAN M 3 otstt 3R

- 0| HEE= USBE MISELICE
- CIOJE| &8 #|2fo| Z= Al, YEA| HI0|E{2] H|7| 3 sHE USBE BHetstA{oF BHLICE.

3 m—
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1

slgh= 28 2%t

=2 E-mail. chembank@krict.re.kr Tel. 042-860-7190 Web. www.chembank.org

stet= MEE E
=
=

Y ES FAOE MZELICH
- SFetE MIS0l| =il = 2H|&(plate, 2371 tip, FE cap, bl HIE S)2 AFSXAH 2EELICE (2019 1 FE £}
S/ HA /TSt / AR 2 AH|Q| 5002 EEXF7H FEELICE

| 2ot 2 T BtEHE uhE AH| 21t 2](20194 18 AlH)
2019 181 2E 4AH[9| 25% &8 2E
202044 1812 RE| AH[2] 50% ﬂaxr gEb 2020 o
- 20211 1219 26 AH|9| 750 BRA BT 2021 o
- 202219 191 2E AH|2| 100% B8 2T 2022 Lt
120204 7|1&E * BN Ee
Plate 532 PlateZi%  EF IR/ ATIY B2 /M /cietm ) dpe
96-well (80F / 1Plate) 1 23,300 11,600 5,800%
384-well (320% / 1Plate) 1 89,300& 44 600& 22,300

- HESHEFE(6,948F) 34 /HIA /Cistn /AR 7=
- 96-well : 504,6002 / 384-well : 490,600
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el
Mo
rlo
0%t
>
re
2

AX =X

o=
StRotE =22 7IEAIS0| 7|t st E 2 HIE Q2 251 AFLICH
7|EtRIS 2| ot et E V1S FEotV| fI5tK] 7[EIAIS A A2 0te| HE S E2|H, SAl0f 2tk E AFEAtES| 21 S
£ A915H7] 9I510d, et=otetE2H0| St stetE S 280 TEE AP E (=2, 53 5)2 A2 2A 0l chisto]

TEUHE
HEZY (=2, 55 S) Hel2A A UHE

1. 7|EtRE7t o B olelel RIHAel 7|07t gl FR0ll= stetE JIERtZ M =22 AtAt(acknowledgement) Off
HI|5k= 20| "HAE" LTt

2. 7|ER7E =74HQ1 7|0{(REA B HIZ, 2 HEMZ S5)S ot¥e ZR0= 7I6F o w2t 7[ER}
SKA 8l 55 SSEYU(SSEAY) 22 "EY" S FEELICh

3. 7|EfXte EIPH Q1 7|07t glom J|EAE "EE-ES] "It A= B2, 820 et "BEEH"= MERHZAX)
OflA P &= "ERES]"ofl 23l M= 7IEHKTt 2ol stoqof L Ct.

4. 7|Efxte| FIMHQl 7107F glem J|EfXIF "EREH" VL gls B, MERH AKX “SES”
UASLE, 7 |EFXIO| A APH SX|2 2|7t Heet ZILICE

]

oy =
L

i

%

An
et
1

« DE =8 3 53| WHS S8R S0 KIS SIS AFS510] B 77} KISEIQICHS AfAt(acknowledgement) 2

shaststE oy Bg ANl ¥ Fye
S AR 7|0 st "H R RE| J|RYAS 2D ALY,

1. ot=m3tetE2del dae #8xtel ¥ w2t primary screeningdll 2R3t o ES MIotn EME Hol=
B2, 8l sfetE et HHUYEE HUEE|E A YLICH e=sptE2d2 20| stet=Tt 7|8 #otd 2§
St 7| w20l 2l Aedof 2ot Fo| stetE AMAl= MBS = UXITE EIFEHA|(in vivo 2 ! A= H /=Y
Al S)el ol XA Yrof stet= &2 AfH|A0tD UX| ELICE.

2. ZHEH o] M S Qloto] BHEtE0| FIMMORZ O Rt A0 = of2fe| WHS 0|83tA|7| HEZILICY.

1) Fof 7hs¢et stet=E2 FoH5H AHE (oA ZERS
2) stet= EV|EfAIet Holsto] S5+ T
3) YYTEIIE SMstH 33T 1Y

3. o3t E23(KCB) &8 2tetE 0A 48 otgtE2l FOiE JotAl= B2, KCB= 0 7t5% vendor HETH
HlZsH ERILICE H™E ofehH, oHEE 80| 22tk oD 2 slehEH| o2 i A| A1 U S5 o|FE A™
of 2tEA] EholdtefL|ct, (SHsHEE A B M2 Al A https://kreachportal.me.go.kr)
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ShasiErE 2 H|S 2lo|H2E] 52

™A Library

SIS 4 : 640HE

- CHE Library

° CEEE S 7,000
- 2l0|ER{2| 74 TH| sterE S thESH= 20|23z,
- Kinase Library & 92X A4S (UPLC-MS),
Eye filtering
-elgE s 3,000 °
- 2fo|E2{2| 14 Kinase active site0f] 28 7H540| &2
SEEs EAREY W (docking) 22 - QAALEISHE |ibrary
MEsHo] 24
° - geteE 4 2,000
-2to[Ee{a] M A |- M T SR E B Sl U2
- MAHE Library (Clinically applied compounds)
- BE 1,000 °
2io|Ee2| 7o CHUYR MAS 3l HHE |AEE
(Natural product like) =2 3t&HE - PPI Library
° - gete 4 17,000
- 2to[Ee{z| 74 8l vendorE £H ME qifstelE
- Fragment Library
CEE 1,000 °
- 2to[=e{2| 14 2X+&F3000(st 3tetE 2to|=E2i2],
Rule of 3 filtering (20 mM in DMSO) - GPCR Library
° -SEE S 10,000
- 2to[Ee{2| 4 82| vendorE £H ME RfsteE
- PharmaCore Collection
-SEE S 2N °
- 2to[EE{E| 1 QFEZ L= 2R WHE Mot
SR HEH MHISE
<712 M3 :5uL (DMSO 8%, 7=k 5 mM)
o
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We take care of
your Compounds and

Create new value!
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- ZH0|X] : www.chembank.org

C A HHEGAN KT HER 141 SRS H T Y SHR o E 2 E29 7S (R.34114)
- T3H(CHE) : 042-860-7190 / WA : 042-860-7096 / E-mail : chembank@krict.re.kr

0|8 HYAR M3t E-mail
o|MZ Ar X} 042-860-7148 leesk@krict.re.kr
oloint o|ofztst 042-860-7016 leehk@krict.re.kr
Ol2= SN 042-860-7453 yunoleel@krict.re.kr
485 oteE2¥DB 042-860-7015 ymkang@krict.re.kr
g3 CHeled= 042-860-7190 chembank@krict.re.kr
UML stet=ae 042-860-7171 swkim@krict.re.kr
UM stetEa 042-860-7090 shkim@krict.re.kr
o|lR2| olet=dE 042-860-7092 yurilee@krict.re.kr
ol LC-MS, =& 042-860-7747 suyoun@krict.re.kr
SRS LC-MS, 28 &4 042-860-7070 huijeong@krict.re.kr
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