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SRl E2A2 2018HRE stetE x ! 371 7t A=Al 0| HEE MSst ULE 2022 HEt7[of= LA
822 XS0 197 7|20l HO|E E MISSIACE FE M MH|A A XKHO 2 FI716110 QoM U4, MAZE HHE 2/0| =
MIZ=A 5l cHAFRHE A H|O|E{(KCB A AHH|O|E), Drug-likeness(#| At H|O|E) S & HRLXHS 0| A| A St QUCt
| ClloJE| X| & eizt
=5 AEF 2018-21'd 20224 6&
HH|(EY 7ts) 2to|22i2| 56 14
TofeterE 2to|Ea2| 427 9o
CHE 2to|E2q2| 134 8
ArotetE 2to|E=2| 327 7
stere MAE 2to|=e]z| 18U 74
T8 Focused 2t0|E2{2] Fragment 20| E2{2] 174 6
Kinase 2t0|22{2| - 4
PPI 2to|E2{2] 277 84
GPCR2t0|E2{Z] 254 61
PharmaCore Collection 4 1A
R AldEN HE 3Motset 8- 354 6
| NS
S LA CHetu 7|
Sl H= sl H= sl H=
Hit AENE U 2M H M 1 28 7 16 2 41
SAR 24 X FH 31 1,643 37 5,558 44 2,589
AasietE M 10 174 11 65 11 283
HAE 4 13 12 1,300 5 297
M =4 (KCB 442t H|o|H) 3 14 9 156 2 89
CHAFRHS M (KCB 44t H|0|H) 3 13 8 57 2 86
Drug-likeness (7|4t H|O|E{) 1 28 - - - -



7

KCB newsletter 7

ket

il ] el
goid

stel=

OHE 602 0| 2| &+t Z+EH0i| thotod 20247 O] &fof stet=0] =LH AF- - HOj| M S =0 2E &1 QU 2019'HRE] A+ 2hx|
28 =+ A S E0 It S5 SIHSHUCE AFate| 2471 2020 1057, 2021 1167, 2022 Att7| 732
CEM XEHOZ #5510 UCt &E hA| 27F SOILIEM 22 etehE =& 20208 47217H, 20214 49217, 202214 &tHt7|

658171 O| 4= BIHE|RUCE 2022 A4t7| Mtk 82 73710|0, 0|F AtIN| 3071(41%), CHEtw 2274(30%), A7 |2
2174(29%) OIACt 2022\H 6HTHX| KCB M| 2tehE &8 +& 2tHl&= 1,231740|Ch

[y = = _—o
2N sigtE BY sl =L oI E e
He
TR 2k A abH| TAR| 2EH| At kA T 2k A abH|

2019 1887 97 3062 185%] 23903474 206,98074

2020 2237 1054 4143 2543] 47933274 423,12074

2021 2134 1167 3873 2382 491,9857H 340,99674
2022.06.30 1374 73U 2462 1032 65093974 132,85574
- 2022 (A7) : 24630l 2K & 650,9397H dHetE EU(WT 54247H/L)

&

2lo| AN|H J1x|m7H2021H)
4021 = 196 212l =21 #| = 2HChemdiv 2020 %X 047+ $37/7H)

X
-3 DF stetE2 7Y 27t = 7 4E o E

HE 2019 2020 2021 2022.06.30
H7 7|2 37 36 25 21
At 17 33 40 30
Chstm 43 36 51 22
A 97 105 116 73

2018 olHt7|RE= TH| 2A7tstt oteh= 2to|22{2[o| AXFEE Ealste] 28Xt S2E H2 AdnFE S et=eldt=
20| HREI = HI0[H S ARSI A MSst UL,

HIO|E 7|gtel steh= 0] S716t ACH, E3| MPH|2| FR0=MSE2 H0[E 7|He 2 £[X 9| ot &= ME nh X| A ahA
ot HElS SEE = AL Z H|0|H 28 X7 AtY &ith o|<of MPH|e| 20| S7tEl A2 Atz L,
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Pre-made set 148,878
ek 2F 474,473
Active compound (AC) 24,308

SlSHE2 o6l . . .
QL% rga = Cherry-picking Active derivative (AD) 2,529
TS T8 Hit compound (HC) 44
Hit derivative (HD) 707
| 502,061
=7 650,939

2022'A Mut7| 2= S22 & 650,93970 R L AFEH|ZH(Pre-made) 210|22{2| 3tetE 2 148,8787H 2&[ AU 1, XS M
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Plate 35 e A4 MAE Fragment Kinase PPI GPCR
96-well 8 10 7 1 4 - 2
384-well 2 - 2 - 2 - -
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T MZAA|(57), CHAFRIZH 1), A&z

1(171), 7IEH172H)

2022 247 Aot A2 AIY 28IHH= Target 7|8 23 2|'d 3 Function 7[8H 232|'d0] 2+2F 48211k 25210 2 °F 2:19)
HIZS LIEHUCE OS] SAM| A7t 3272 JhE BitL, HA/HE X|EH| A7t 12740|ACt HESE X=X A= 54
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A 72 xNgns oEAEH 72 xNgns
rEN YN EE Y= CHetu PAES T MEER Y= A7 S|
o HA 2R [ K| A S| e Y= Aol ZEs
*** PP Xdhs =2l A | ol i ees v B ES
A AEE Y= | 1 R | YR gIE LS Y= a3 AES
A AR EE A7l A MEEEYE il v Y |5y
TNEE Mt A=A ER YE LA SRt HSA o REl @B HhS A BtetE A aLoi A3
o BASHE  AH|A| 2to|Eei2| A3l A S| MM EERICE St KR EE YR i =ES
o FASH=* AN[K| 2to|Hef2| ATz A S| QT MRIRt ATR| Ot S|
st S B Ot Ehets| ggSiieles A3l Aol TIEt
Mg TS MAFZEXL Q| inhibitor 71 CHetm S|

| 22 =2(Aut7] 152)
SISt E 2 MS 2t E 20| B 2| E 28I HHE =2 =5
No =29 PSPN; XNd
1 Discovery of Mycobacterium tuberculosis Daeun Leg, Eunbi Leg, Sein Jang, Kyungmin Kim, Euni Journal of Medicinal
Rv3364c-Derived Small Molecules as Cho, Seok-Jun Mun, Wooic Son, Hye-In Jeon, Hyo Chemistry

Potential Therapeutic Agents to Target
SNX9 for Sepsis

2 Discovery of a dual-action small molecule
that improves neuropathological features
of Alzheimer's disease mice

3 Discovery of substituted indole derivatives
as allosteric inhibitors of m6A-RNA
methyltransferase, METTL3-14 complex

4 Synthesis and Structure—Activity Relation-
ship Studies of Benzimidazole-4,7-di-
one-Based P2X3 Receptor Antagonists as
Novel Anti-Nociceptive Agents

5 Development of in vitro three-dimensional
drug screening system for obesity-related
metabolic syndrome

Keun Kim, Young Jin Jeong, Yuno Lee, Ji Eun Oh, Hye
Hyun Yoo, Youngbok Lee, Sun-Joon Min,* and
Chul-Su Yang*

Min Hee Park, Kang Ho Park, Byung Jo Choi, Wan Hui
Han, Hee Ji Yoon, Hye Yoon Jung, Jihoon Leed,
Im-Sook Song, Dong Yu Lim, Min-Koo Choi*,
Yang-Ha Lee, Cheol-Min Park, Ming Wang, Jihoon Jo,
Hee-Jin Kim*, Seung Hyun Kim*, Edward H. Schuch-
man, Hee Kyung Jin and Jae-sung Bae

Je-Heon Leg, Subin Kim, Mi Sun Jin, Yong-Chul Kim*

Jinsu Bae, Yeo-Ok Kim, Xuehao Han, Myung-Ha Yoon,
Woong-Mo Kim,* and Yong-Chul Kim*

Kyoung Jin Choi, Joon Ho Lee, Sung Bum Park,
Yoon-Ju Na, Won Hoon Jung ,Hyuk Lee*, Ki Young
Kim*

2022, 65, 386-408

PNAS
2022, 119(3),
2115082119

DRUG DEVELOPMENT
RESEARCH
2022, 83,783-799

Molecules
2022, 27,1377

Journal of Pharmaco-
logical Sciences
2022, 148(4), 377-386
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14

15

Identification and New Indication of
Melanin-Concentrating Hormone Receptor
1 (MCHR1) Antagonist Derived from
Machine Learning and Transcrip-
tome-Based Drug Repositioning Approach-
es

Discovery and synthesis of 1,2,4-oxadiazole
derivatives as novel inhibitors of Zika,
dengue, Japanese encephalitis, and
classical swine fever virus infections

Celastrol suppresses the growth of
vestibular schwannoma in mice by
promoting the degradation of B-catenin

Discovery of harmalanium halides as
anti-ovarian cancer agents

Eltrombopag as an Allosteric Inhibitor of
the METTL3-14 Complex Affecting the
m6A Methylation of RNA in Acute Myeloid
Leukemia Cells

Discovery and characterization of a potent
activator of the BKCa channel that relives
overactive bladder syndrome in rats

BayeshERG: a robust, reliable and interpret-
able deep learning model for predicting
hERG channel blockers

Novel Thioxothiazolo[3,4-a]quinazo-
lin-5(4H)-one Derivatives as BKCa Channel
Activators for Urinary Incontinence

AIMP2-DX2 provides therapeutic interface
to control KRAS-driven tumorigenesis

Al-based prediction of new binding site and
virtual screening for the discovery of novel
P2X3 receptor antagonists

Gyutae Lim, Ka Young You, Jeong Hyun Lee, Moon
Kook Jeon, Byung Ho Lee, Jae Yong Ryu* and
Kwang-Seok Oh*

Sangwoo Nam, Hyo Gyeong Na, Eun Hye Oh, Eunhye
Jung, Yeon Hee Lee, Eun Ju Jeong, Yu-Da Ou, Bin
Zhou, Sunjoo Ahn, Jin Soo Shin, Soo Bong Han* &
Yun Young Go*

Na Hui Kim, Minji Kwon, Jiwoo Jung, Hyo Byeong
Chae, Jiwoo Lee, Yeo-Jun Yoon, In Seok Moon, Ho K.
Lee, Wan Namkung, Konstantina M. Stankovic, Se A.
Lee, Jong Dae Lee* & Sin-Aye Park*

Yunha Choi, Sang Hee Ji, Vineet Patil, Eun Hye Kim,
Hoyeong Park, Seong Hwan Kim*, Pilho Kim*

Je-Heon Lee, Namjeong Choi, Subin Kim, Mi Sun Jin*,
Haihong Shen* and Yong-Chul Kim*

Heeji Jo, Eun Jung Bae, Narasaem Lee, Jae Won
Kwon, Suhan Cho, Sung Joon Kim, Jin Hee Ahn,
Chul-Seung Park*

Hyunho Kim, Minsu Park, Ingoo Lee, Hojung Nam*

Eun Jung Bae, Heeji Jo, Seong Soon Kim, Dae-Seop
Shin, Jung Yoon Yang, Myung Ae Bae, Pyeonghwa
Jeong, Chul-Seung Park*, and Jin Hee Ahn*

Dae Gyu Kim, Yongseok Choi, Yuno Lee, Semi Lim,
Jiwon Kong, JaeHa Song, Younah Roh, Dipesh S.
Harmalkar, Kwanshik Lee, Ja-il Goo, Hye Young Cho,
Ameeq Ul Mushtag, Jihye Lee, Song Hwa Park,
Doyeun Kim, Byung Soh Min, Kang Young Leg, Young
Ho Jeon, Sunkyung Lee, Kyeong Lee* & Sunghoon
Kim*

Koon Mook Kang, Ingoo Lee, Hojung Nam*,
Yong-Chul Kim*

International Journal of
Molecular Sciences
2022, 23(7), 3807

Archives of Pharmacal
Research
2022, 45, 280-293

Acta Pharmacologica
Sinica
2022

Bulletin of the Korean
Chemical Society
2022, 43(4), 559-563

Pharmaceuticals
2022, 15(4), 440

European Journal of
Pharmacology
2022, 927, 175055

Briefings in
Bioinformatics
2022, 23(4), bbac211

ACS Medicinal
Chemistry Letters
2022, online

Nature
Communications
2022, 13:2572

European Journal of
Medicinal Chemistry
2022, online
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ofet= Zte| A|AH

| i [ el o-l-
| st3sletE 23 (KCB)2| 2lojEai2] 27 5 2| AJAE
st=2oletE23(KCB)2 732 0]449|(2022.06.30) AMtAX SHEES 47|, Bh2lsotn JYOH EAS S| ZLH AL 8l
HiO|Q HRE K|St QUL CH 2o IEX S22 3502 #8ste EEQ |- &2l= =0 20|X| b= B2 i ut
THS LQF S}
stete 43
1.+ slEE ER
KCB= 2128l HIO|Q HPX|2I0| SMOZ Q7| St UM E MAS S +Tstn QJOH, % S2| 10 At fe= HEX}
HEIOIE SO S AEo|Ct 27|18, 24 SgE, AR20A Sotst stets, 8 £ 4o 2iZst sketE, DMSOo| =X

Q47{LI DMSOQ B85t atetE S2 £TIo|A M2l EICt
2. 53 sfetEo &
stetE2 CE r I A A%t 2|, X7t =X = EF MEN 7HsSHH 10 mg 0|Ale| J7|ElE HEBICE HY 5k
A3e|Hof| YEHOZ 5 mM DMSO 8 5 uLE 23t 2 0| 2 2XH2F0] 400 0|2+H 10 pgE (400 ug/umol * 5 umol

/1ooouL*5uL)X|g—E+ t. 10mge Z & 1,0003] AFE0| 7Hs 8t

o, EX}2H0| 3P AR R4 FOIST, s

HiS| 20| MBS =™ 02k 227 A0 X7 HESE A32|'YS 200 uL #2220 uM SE0f|M ._%',*ﬂlif“:'. %Xf%*ol 400
AL 5mMDMSO EH2 0.8 uLZt (5mM * X uL =20 uM * 200 uL) E L Z ZIC}

HZE 5mMe| 5 uLe AE Z240] w2t XHo| 7 AKX T YR O 2 = triplet AR S 2 H 0|4 AT 4~ U= S 20 o|Ct oM

ofeh= StLFSHLIol ghd H7Xtel B2 Al .e20| S0Vt JU B2 ofH| A S Salf XDt M2 d 2 2ot T ATE|dS
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- Active Stet=0 S M= 7| & 2MA=27t US R 24 2 YEE MSoHH 7|E2| 24Xzt 8l ZR0l= ¥t

Aol 2ME TSt YEE MSTICE Active stet=o| 20 2M20| 22 Fot=|U7L SQE0 met SEXIt

No ID Position Purity(%) 2MA
1 00**-21-89**** CPK-M1-01****-B04 DMSO 8% 100 2022-04-25
2 00**-21-78**** CPK-M1-01****-H04 DMSO 8% 100 2022-04-25

[Active 24 E11A]

ID : 00**-21-79**** MW=407.44

LC-MS

[Hit 24 2T M]
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