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High throughput screening
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Drug Date Approved  US Brand Name Approved Use in Cancer Target of Small-Molecule Screen Assay Type Reference(s)
Alectinib 12/11/2015  Alecensa Non-small cell lung cancer  Anaplastic lymphoma kinase Not available Sakamoto et al. (2011)
(ALK)
Ixazomib Citrate =~ 11/20/2015  Ninlaro Multiple myeloma 20S proteasome Not available Kupperman et al. (2010)
Sonidegib 7/24/2015 Odomzo Basal cell carcinoma Hedgehog (Hh) signaling Cell-based: Hh-responsive Gli- Pan et al. (2010)
luciferase reporter assay in the
TM3 mouse cell line
Olaparib 12/19/2014  Lynparza Ovarian cancer Poly(ADP-ribose) polymerase- 1 Biochemical: FlashPlate Dillon et al. (2003), Loh et al.
scintillation proximity assay (2005), Menear et al. (2008)
Ceritinib 4/29/2014 Zykadia Non-small cell lung cancer  Anaplastic lymphoma kinase Cell-based: selective cytotoxicity of ~Galkin et al. (2007)
Ba/F3 NPM-ALK vs.
nontransformed parental Ba/F3
cells
TIbrutinib 11/13/2013  Imbruvica Chronic lymphocytic Bruton’s tyrosine kinase Biochemical: Forster r Pan et al. (2007), Honigberg et al.
leukemia, mantle cell energy transfer enzyme assay (2010)
lymphoma, Waldenstrom
macroglobulinemia
Trametinib 5/29/2013 Mekinist Melanoma Cyclin-dependent kinase Cell-based: branched-DNA assay Yamaguchi et al. (2007), Abe et al.
4 inhibitor B (p15™%4b) with p15™&4_gpecific probes in (2011)
HT-29 cells
Enzalutamide 8/31/2012 XTANDI Prostate cancer Androgen receptor Cell-based: human prostate cancer Tran et al. (2009)
cells
Vismodegib 1/30/2012 Erivedge Basal cell carcinoma Hh signaling Cell-based: Hh-responsive Gli8x- Williams et al. (2003), Romer et al.
luciferase reporter assay in (2004), Zhang et al. (2009)
C3H/10T1/2 cells
Lapatinib 3/13/2007 Tykerb Breast cancer Epidermal growth factor receptor ~ Not available Fry et al. (1994), Macarron et al.
(2011)
Dasatinib 6/28/2006 Sprycel Acute lymphoblastic Lymphocyte-specific protein Biochemical: filter-binding assay Padmanabha et al. (1998), Das
leukemia, chronic tyrosine kinase et al. (2006)
myelogenous leukemia
Sorafenib 12/20/2005  Nexavar Hepatocellular carcinoma, Rafl (C-Raf) kinase Biochemical: scintillation Wilhelm et al. (2006)
renal cell carcinoma, proximity assay
thyroid cancer
Erlotinib 11/18/2004  Tarceva Non-small cell lung cancer, Epidermal growth factor receptor ~ Not available Fry et al. (1994), Macarron et al.
pancreatic cancer (2011)
Gefitinib 5/5/2003 Iressa Non-small cell lung cancer ~ Epidermal growth factor receptor ~ Not available Fry et al. (1994), Macarron et al.
(2011)
Zoledronic acid 8/20/2001 Zometa Multiple myeloma, Not available Not available Green et al. (1994)

hypercalcemia
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© HEoEAFESEEN IF=11.8

High-affinity SOAT1 ligands remodeled cholesterol metabolism program to inhibit tumor growth
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Noveland potentinhibitors targeting DHODH are broad-spectrum antivirals against RNA viruses

including newly-emerged coronavirus SARS-CoV-2
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© RETHESE

Fangchinoline suppresses conjunctival melanoma by directly binding FUBP2 and inhibiting the

homologous recombination pathway

ZREBRE(CM ) B—HFRMHHRIRIBIE, 9 SFAERESEMEN 2% , A ERKEBREN
1.6% .25 ALk, 2R FENERHE (MEK) I MEK162 @M ——7 FDA #tERVEEMZ54), BB F7a77 NRAS
REMNBHIR KRB RE RE— LR ENNHFERKIRIL P ERHIRRBMR, (B CM BEHIERE BRAF
5 NRASSR ZE EE R Z5 4 it 7

MERBERELHA—X 1347 it CM AYERTREBERTBEBRENY), HENRA-—ZEFHE
NRAS RZE BN IR BER CM-as16 4fE.

Inhibition Rate
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....................

1347 commercially CM-AS16

available drugs
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T e e A
i - S—
. S T
! g L=
' & "}O:{j/*ﬁr S— 1
E wﬁb@ . Fangchinoline
' H CM-AS16 IC5o = 5.67 puM
. NCG mouse tumor ! CRMM2 IC5p = 3.60 pM
' xenograft '
\ 1

MRCS5 ICgo = 4.35 uM

.......................

& WITES (CCKS) 7535k 1347 FZ54;

© EIHRAD I qRT-PCR &M Fangchinoline XF CM-AS16 A
HR @AY R0 ;

©® EBFRIQIE (ABPP),Fangchinoline £ CM-AS16 4R+ #E1m FUBP2;

® Fangchinoline # HR @R, 1EINXY DNA {515 S LY B0 SURM ;

© ERFTBIE Fangchinoline X3 HR @& 89 7E R fEAF YERVLHo

CM-AS16 IC5y < 2.0 pM
CRMM2 ICgg < 1.0 pM

Analogue
search

Cepharanthine

CM-AS16 IC5o = 1.63 uM
CRMM2 IC5q = 0.792 pM
MRC5 IC5p = 8.44 pM

DNA Damage
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Binding
Fangchinoline

l mf icLs
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RAD51 Kill
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HR Pathway
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Blockade of NMT1 enzymatic activity inhibits N-myristoylation of VILIP3 protein and suppresses

liver cancer progression

= it 38
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=BEhik: FDA EmZ¥E  Cellviabilityassay CCK8

T AR R 1 E AT LU EI HCC 4BRE 3 ARAR R B F#%1E (CDX) L &8
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NMT1 FiX £ FI 48 5% g B A SN A R £ K, T NMT 1 B AR T H0 6l i e
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FEEMaHIA D FXEE+SPR
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a b 4 0 Huh7 C d 25 Huh? - DMSO
FDA-approved 120 20 n.s & 2 ug/ml
Drug Library H el s sk W 4ug/ml
80 N <| 10 “* 6 ug/ml
i — p 3 8 pg/ml
¢Screenlng 3| ¥4 Desloratadine g 83 B 10 ug/ml
> 0 b o| 0.0+——
%) = —_— T
3 S| 160 g2 HepG2 ns - DMSO
S g = 2.0 n.s & 2 pg/ml
% = C \ / S 15 o w4 ug/ml
O -<o 10 ¥ 6 pg/ml
Cell viability was determined 05 s ¥ 8 ug/ml
with Cell Counting Kit-8 0.0 +———————" _# 10 ug/ml
Desloratadine 1.2 3 45 ¢
Time (day)
[ CCK-8 5235 ]
a Cell lysis solution s Mass Spectrometry b Gene Name CON Group Desloratadine Group
L Protease
Cell lysis @ — ‘Q.v% —_— NMT1 NO YES
solution
OTUD5 NO YES
@ Cell lysis solution Target peptide NAMPT NO YES
& Prot > N
rolease A\ USPOX NO YES
.+ @ — — - N \‘\
Desloratadine lj PRKDC NO YES
[ DARTS 3232 ]
Desloratadine Rapamycin Sorafenib
KD (M) =4.30E-8 ug/ml KD (M) =1.80E-5 pg/ml KD (M) =4.70E-5 pg/ml
300 300
—0 —0
—6.25 —6.25
200 f\‘ 125 200 —125
2 25 25
4
—50 —50
004 T —i00 100
—100
0 T T T T 0 T T
100 150 200 100 150 200 100 150 200
Time (s)
[SPRELE]
500 NMT 1w 500 NMT112s6n
] KD (M) =1.27E-8 Des (ug/mi) 1 kpM)=1.76E4 Des (ug/ml)
-0 —0
—6.25 —6.25
200 4 —125 200 1 —125
=] —25 2 —25
& —50 = —50
100 - —100 100 4 —100
- —_
0 E T T 1 0 3
100 150 200 100 150 200
Time (s) Time (s)
S IATA S 3 PR
[ 7 F394%] [SPRERBIELE S A (RRE) ]
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One-stop Platform for Drug Discovery
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O HasHMtLEYE

MNABEEAYMETRESEBENEXMNEY), mRNENSHIERIFEEENIEIR. TargetMol FIEMHET
6,000 ZHMEZERY 160 F NS F, HIRBEMNRRIGIT 5 BE 20 AAFENND FEF . EBESZM, Bigia
MBY Fragment K EE, @G HAMAERBNEN D FE, UNERERSAAYHEEBNARIRES BEHN
WEMBIEER . TEARNANFELE. EFUHNRSIE, TargetMol IBARB N FREZFPISHMEENR.

ik AR RMEN. FREN TEEESN.BUEN. SIFTA 1R#E Lipinski XZG A M (LR5) 7 Veber RIBEEFHAEMAESE DL
REBFSNUEYENXET . BE) Bk &Y ZHIM (VR2) SRIT(E & MR IR (L R BYIRITIRE

D Q
< a3 s 5% o, je - BN
BEZEMN EHEAZHEN HRAE/MIRZ 5% 2 IR LEZ N HMKRESHEMY

© Fragment KEREE

ETFHERAYIRIT (FBDD ) B—MMKEYIRit 5%, HIZICEME T IEB B RA S IEH LIRS
B R F, ARIMEEMERRELY). 5HEESNUSYREMUY AR, FBDD HEANARZEEMIRITAY.E
FBDD #, B SHmENAFRERHRFH AR FEEFENS =N, InF2/F 300 (HRBHEENT
AARBE 3 (X—MNARRFEZINE ) AT BB FEBE 3.1 cLogP /NF 3. 1toh, RIFPUFTREIZHF1EH
BERNEERNS, TargetMol REUHZSMEHENHERE, EXE2HAEFARAZTFNERENBOFAEFRE
REFBF BRUEMEIR, IFIESYIL R IIEPEIS LS.
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2. FEEMERARIRS
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iR, LB SRR GRITRITE, UREIRER NN EERESLINHE, MBI BN LI RFHBRIEHTT
DRIE, RARBUSYEMEEE H80, BETERMRENASYIEERER ZTNATERAGYHNLI, B
& PR E FF 2B 23 12,

© bRk

ARIFANBYHEFREDNEDMEZ —, S EMBEETN KIZFEEZFR REARERENRAFZGS,
AR 7558 5 AE B BT %5 R AR A 1M I SR 08, BB 29D B9 (A 51 e SR 08 (AR SRS ) R — M EEM AR IEF Ko
ARSI N A IR AR R BT E XS EMBARE KRENFIEERGBERANLESY), HFNEEHA
RABTFESHENUEY, 1 ENRE2MTNRBILE EILIEFE. ARKTHEYIHEEEBERE R
EEATE.EENF. URELEFNR, RN SHEAREREEMQNEINGER, RSER5IRKEYE
THRREBREFNFT S MERENMEGNMRE, BE T IFSNMESYARINGESLR S H. —EEM B ER
EHENR ARRETBUES, ELARSUESGAMRIMENZIL &AW FRIES, H190 CCK-8.CTG,

e CCK-8 L38[RIE

Cell Counting Kit-8 (&# CCK-8) @—METF WST-8 B "2 N A T ARG FE M 40 pR H M A9 5. WST-8 B
—MEMF MTT WU EY), EERFHAL-REE-5-REMERBHER _ R (1-Methoxy PMS ) FEMBERT,
WK AP EEERNEESEKAENEEGREY (formazan ) . ARIETEH S ER, BIEHR ; 4
SR, NEGEX, X T EFNAR, e R LS EARNEEMIEL, RItAMAX— S ERETHR
IBEMBIEDT, BRSE, NS, B8 RELSYIHEHRR.

Substrates NAD Electron Mediator WST-8 Colorless
Reduced Form
Dehydrogenases
. WST-8 Formazan
Electron Mediator
R NADH Orange Color

SN
~

=
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e CTG L8R IE

ATP (BRIZMiZE =BEBR, Adenosine Triphosphate ) 85 £ RA L FHERE R, B EMEFPRAHN—NE
T, HSE2HERN THRMNBENRARIRSES, CellTiter-Glo NMIXFNE LR L EEEE ATP B50UFE LR
N = E R HE S R MNIETS, BT ATP W& &, BliERNABIEIMEE, CellTiter-Glo HFIFRE, MR
&, BHTEMEEETE (HTS) AMISEME 4 2 TR IE IR,

Light The cell sithe source of ATP in the luciferase
Reaction,so the lumines-cence produced
s} o~ Is proportional to the number of viable
\Qi} %T Cells.
Oxyluciferin
0, Cell Titer-Glo®
Assay is lytic.
ATP < T
O= O
VIABLE CELL &x
mMg?* o]
COOH %
O~ &3
N S %
Luciferin %’»; 2
Dose Response on MCF-7 Dose Response on RAMOS
125 125-
100
s STSP

+ STSP

%Inhibition
N oo N 2
5 & & 8

%Inhibition
o & 8 a

0
. *

10 104 10% 102 107 10° 10' 102 10° #3105 104 10° 102 100 160 10' 107 10°
Concentration [uM] Concentration [uM]

TargetMol R tEBEEHYIAIMAMBEEILEIRE, MRS EAREENIBE. SR, BRI LUEANS
YK A M 258 8. 9 B B F A 5K 75 A BIAL WS 1T, TargetMol AR

BESMEN LR CCK8 1, MBREER CTG 1l;

96 # 384 MMITHIEIMAE, WEARHEBENT A FK;

[
o Bid 100 M AIRBBRYRRREE, REGEMR;

* FIRHIEREIRT, MY Gibco HFREREEEMN / HA=RRBFMBLUKRERE TargetMol &R
CCK-8 52501t 57, ARELEs MANRFALIRYFE O B Corning MhEBY~ i ;

o BEMEZRIRAMHIERE, B3I 800 H D EMUEWE, REST/ 5l
HARKEE TE™KRILE, RRFEHNT I LI A RIRFMRMIEF-HIR-1QN- IR,

2

=

MM P

&
H
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AR E LR &

Ppyg e B 4 B 2 TR

B2 OBt = 5637 | T24 | T24T | UM-UC-3

a5 A 143B

Enpgl S 22RV1 | PC-3

525 BA 40 B AR 2 786-0

RERE A375

= A549 | H1299 | H1975 | HCC827 | NCIH358 | NCI-H146 | NCI-H292 | NCI-H460
ABSERE BT474

PR R BR 2 BXPC-3

fifi BR 2 Calu3

BITIERE Calub

HCCC-9810 | Hep G2 | Hep3B | Huh-6 | Huh-7 | JHH-7 | MHCC-97-H | PLC

g = QGY-7701 | SNU-387 | Hepl-6

% B HCT 116 | HT-29 | LoVo | SW620 | Ct26

= M= Hela

= = HGC-27 | KATO Il | NCI-N87 | SNU-1

B R E AGS

B I % HL-60 | Jurkat | KASUMI-1 | MV-4-11 | RS4;11 | THP-1 | RAW 264.7
SRR HT1080

fE & 5= HuCCT1 | RBE

BELE KYSE 140 | KYSE 150

R R B LN229 | U-87 MG | U-87

9, R = MCF-7 | MDA-MB-231 | MDA-MB-453

R = Mia-Paca-2 | PANC-1 | Sw1990

e E Namalwa | Raji | RPMI-8226 | SU-DHL-4 | U-937

(=] 7= 0S-RC-2

0p 8 R OVCAR-3 | OVCAR-8 | SKOV-3

3k & RT4

IEE4H4R 293T | NRK-52E | COS-7 | HEI-OC1 | TtT/GF | OA(JZR) | LX-2 | LO2 | HEI-OC1
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© 4ARE 3D ITENIE B 254 sk

FIEFRFNAR S AR RARMEEER AT E2XNEYFThEE, NAMILE TBOAT. SEANAREFHF
A, =4 ( 3D ) AR FEIN 7T AN ERNIIRE, BFtiRNEMERNAREEN B AR, X PRREM SR
RIS (ARE. pH EFRK. BENDHWEFENNE ) NEBEZRETENEEARNNR . 7E 3D ARRE L3
UM UM, BEE T DRI MA E R, BIERTBE M N IR R TN 24, B fixd Fia R TN &M E R
iK% 84.4%-96.6% (YinS,etal.2020;YaoY, etal. 2020 ),

A9 3D HEIEARR—EAEYHEIER AR, e R THIEANERE. SELHFEERNRRTME. EXEE
BRI 3D ARBALEE BT &Y 3D FTENE LAY EHAA LR ( Patient-Derived Tissue f&#% PDT ) 5 && /R
AARRTEANMRTRUREBSE -,

e PDT 5llaFRFE4s89— 14 18 5E

DNA M4 R (WES) RNAMF45 % (RNAseg)

GBM Tissue vs Sphere Culture Signature
FDRq-value=0.001 3DTetra-culture Sphere Culture

Heatmap Plot

P53

APC

FBXWA @ rsopel
KRTT6

IF_Del
DRDS

Missense

a
[
L
[ ]
[ ]

Gene

BRAF

cocat

{

KRAS

Silence

PIK3CA

splice

MAD4
E 1 |

(signal ZNoise)

Ranked list metric
FISRVEN

FIFAT R IR IS oD sty

& &i‘«“@ &5* i‘* &v‘* Z‘* &5““ & «& @“ &C* «““ &6‘“ Sample o 53 10000 15000 20300 25900 30000 35060
[REhER—EF] F40 TP53. APC. KRAS. PIK3CA. 4 3D ITENEF L FEARBRIEF MR AR B A B & UM AIEMHN
BRAF &I R R T2 BY7E PDT MAEALR R E— B, RRERE

o RS

ZiImPRLIT 25433 2D/3D SRR AR T24 BB LEAR

RELLE 0.01uM 8.8uM 16.6 uM
gis! 3.0uM 1.17uM 768.4703 nM -2.3063 UM, 5|7#& Cmax /3 243.22 uM
HEME 0.01uM 2.95uM 89.3 uM
150 150 200
[RFELLE] [>&%al w50 ? ; [EFfhE]
£ 100 £ 100 £
z £ £ 100
a a3 -1
g fw 2 .
- .
R é\ & “{\ S K & N w& o ~ 2 K. o 6&0\ X @Q-\ R @N “_“\ o L 2
K

3D $TEN-4RAR R 25840
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e BARNHA

MBAARAIRAAREIZBECEEY 3D FTENMREEIEIRETH 30 HYiHERE, ARE TR
BEEMhD FAYTHE, DERSEER. EAESHNASNIHER,

3D ¥TEN-4HAE R 1 FE s & A T 96 LR CellTiter-Glo®3D
3D T EN-J5 1 20 At 155 58 410 ) 46 T 96 FLiR CellTiter-Glo® 3D

o R 3D $TENRBIZGH T & R IE

| o TN
3DITED | [Eae MEPDT g BRI BERHH |

o BAME

B EEENEEY 3D FTEMNRABZMRARAEUIERAB D FRERR, UNRE. Bt RRGRREE
MEMEBD FMHANARREHREMENZEFR, JUEARREEZEETR.

LT 2D MEARRRIE SR ANEERE PDO LU EHHREL PDX , 3D {TENAREE A ESNEEEERREE EE
ENM.ERENGERMNESHIEERIIR,

. 3D $TENfZHLAR (PDT) X2 E (PDO) st R (PDX) FhE4RRR 2D 35
&R 1-2 AR 2-4 3-6 1A 1AR
BRI IR = hE /i3 =)
EEE. IERAE R FAIRER HATRER LR BR
BEESREE = = = BR
REVEE, AT = hE /i =)
ANRAREEEER B A, BIFMEARER A, BFRRAMRRM BIR
AIERE R R SES] AR AR x
(073 HATT BHET H+HT 15
BE TE-B hE /i =)
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© FMAWik

FESRZMEP, AREV D FRNBEERXN T EBAREMFEH BRERALENG UREY LK IEE
BEERN. “BEGT BV BURE—ERES, SaREAYRIENENBERH NDF—ERDF
EFARBAIINR, Al ES. R EYHER. BB FF. TargetMol RESHEIMNENND FEHY S LT
FEAGAIRARS, 81 SPR ( REFBFEHEIREAK ). MST(HERXEIEA ). BLICEMERFIEAR ).
ITC(HERBEERE) . DSF(ERRAERINE) F,

o HMFEIIEL

DSF MST SPR BLI ITC
- BHALRN,  RADITRERE W, HIER Fi i ML ST
- OB BRI F oL T BB T ]
- & & & & &
ERATR Tris FIBKIL Tris FIBKIK Tris FIBKDE Tris FIBKDE Tris FIBKDY
=N P V=Y P
o BMLEY sMLEY 50-100 g 50-100 g 2mg
1.5ug 20 pug
“HwsBE 1-2mg 1-2mg 1-2mg 1-2mg 2-3mg
RE, TBHE ZETE 5 SPRAEAEY BAEREE
= E, RS
® RIE, BT ERET R RERE BA, BEE
) Tm {8, $I87 EMH EMH EMH
g A
A s TN FHT] % % m

9

[ =2}
1M ER .

o ETRRJEAME (DSF)

ERPNEIRNBRERNKESERLNRRETEX RIFIEH
nanoDSF AR LUEMILNEBRAZEMUFZEEIEPRRRILH
T BINELRRRANEARREEFTERES, RAGESHLE
SEREIEINSAZFEEFRENEMMEL, AMUEEBREN :
S8 Tm &, RMAEIFFE IR TRINEQNARE MR FRE M. TamTRETS —

Native Denaturation Aggregation

iy W
r ¥ X

Fluorescence

@ Tel: 400-820-0310 Email: sales@targetmol.cn
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e REFBEFIFiRIZA (SPR)

SPR( Surface Plasmon Resonance ) @—MEAEERMHNMRRENAFNR, AJUBEXFHBFIES HAEM
HENBRFARBRNARE, RELRFUR, SFBREIEENLRN R 5 ERAFE FARIIRNNS AT
SPR i, SPRURESEERAMINFNFEX . HELMYE ST SHREN, 2SR CARAMVITHELENRT,
M5 SPR AEZ K, SPREYIEXRFIA SPR AMZ AR NS FEEEER.

TP30522-Alcaftadine
. Detector
Light Source Ko(M) = 2.54E-08 — 1271mM
pilsii %. 100 Rmax(RU) = 32 — 2542mM
a 8 w
Polarized light =~ ™ Reflected light - -
2 4
o, 2N 2
Sensor chip with Angle
gold film Yy i m ]
100 [ 100 200 00 400
Time(S)
Steady-state/Equilibrium TP30523-Alcaftadine
o L : — 1271mM
5 e - .7+ Dissociation KolM) = 6.84E-05 Py
= |Association - g . 100 Rmax(RU) = 36 ;
g, L:’:"'j- )
| s . 60
8T Fd %
E o \ ., Baseline R
B --j:; 20
|§ Baseline| i » Repeat 0
e
i 100 0 100 200 300 400
1 1 1 1 1 1 1 1 1 TNHD[S,
Time(S)

Adv Sci (Weinh).2024 Jun;11(23):e2306772.

o EMIRFFHEAR (BLI)

BLI( Bio-Layer Interferometry ) @ —H#i&3 120 F48 F BRI TSRO M E RBFRERNARAR H—RA]
WAMBNFREG, EEXRBIRHENAFERENR N AASERRIE, HER—R TS EAEHFRF
SZERBEMERNEREREEMZEL L, R51ETFTHHENMUE . (LB EBETE TN, H LUR Bz N E %A
BT L BLI REH, — MR FREETZERERSBERE, RNB— NI EEND F. IXB IO FRELES,
SSRERBEET UL, B NN ENUBEL, NTEEILE S,

0159 KD=4.3e-10° — 1.25 uMIL
) .i;‘ — 25 uMIL
Inad.ent < E 010 — 5.0 ML
White b= =z
Light = @ — 10 uMIL
g v I — 20 uMmIL
= <] H
= § 0.05
2 4
I R M A
] 007 i ; 0 200 :
0 50 100 150 200 250

Wavelength(nm) Time (s)

Nat Commun. 2023 May 5;14(1):2602.
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s FRBMEEME (ITC)

FRABEERE (Isothermal Titration Calorimetry,ITC) EBEFEUHARZMHEY D FHRBEERN—FER,
CAHENEEMD FEEIEPBRRIARBNAE BINELEESIRRNAEE, MEEBERMATESE
#H (KD) REWEE (n) & (AH) fkE (AS) MNBEE— N ESRMAN—MFERM ERIIIED, AR ATT
HEAERAOF (ANEEZD RS, BEESFE—MERKH, BIXNE— X EENRENR D HITRE
HITII— B EERERKAE ( kcal/mol ), WERILE ( BE/HFR ) (FE, BERNMEEENESRE
(Binding Models) , STRERE S XBIFMNS (KD) HFELEITEL (n) JEZ (AH) FBZE (AS),

Time(min)
0 20 40 60 80
T T T T T
°] c
Stirring syringe 2 500 0 500 1000 1500 2000 2500 3000 3500 4000 4500
= _ 02
2 o0
1 i q f qm(vﬂ r {
g o4 I
2 06 \
i Raw data 5 08 ‘ ‘ ‘
| I 10
, 20 3 10 “ \
Y =04 4 g 14
5 £ s
3 Affinity:1/Kd S 43
£ 3 ° M TS
Adiabatic —= 551 =l 1 = 0 [
shield 3 = z o I I .
e ] tochlometry:N S % -5 20
Reference San'llllale ~10 - o0 30
cell cel T T T T T g
05 10 15 20 5 45 40 =
lolar ratio E ,(/ Kd 0.3 UM
2

0
M i
Needle flattened f Reaction enthalpy 2 20 nenin
for mixing Output ' T ' ' ' ' '
0 0.2 04 0.6 08 1.0 12 14 16
/ \ Mole Ratio

Constant power supplied Feedback power supplled
to reference cell to sample cell

JMed Chem. 2019 Sep 26;62(18):8443-8460.

o fHEHIKkTN (MST)

MST ( MicroScale Thermophoresis ) @—MOMEM D FHREERNEAR ZFEAETFTEY S TR
R, M Nanotemper WMEFKEN{GEIT LI IR FHITREB M, MT5IED FHE BB @IE &AL D ITERE
BEZHR DTS, MST RAREBONBEESSENEY D FHRN BREMKCEHNEN ZRANERT
BOLRREFT A EI AT BRI AT FF e X 4% R BB Fh B BR Y I Y SR S B AU, M SEEL 7 3R 52 BT 18] B9 7E

excitation light 920 -
e
- —-E HEE ] e
infrared laser— QE, 910 -
objective g _'R""““' / é 905 -
9004 L |
irecton_ § 900
1 IR-laser off 895 T T T T T ]
o0 4 10° 10° 107 10° 10° 10* 10°
capllancs T R % & T3H2 (M)
Time (sec)

@ Tel:400-820-0310

Email: sales@targetmol.cn

JHepatol. 2024 May;80(5):778-791.



F

s HBRE—4K G

<
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FESIN

( SPR/MST)
183 KD{E
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RIIE

»

RLEHS/)

RLEEWE PDFEEKN
I ESreaiis (SPR/MST)
BEIKD &

RO ERARRS NI FEES, ARIERRTRIE
SRR TR, RPA R R —EEFHNIXE R

L

Mutation design

CREB1-WT RRKKKEYVKC LENRVAVLEN QNKTLIEELK ALKDLYCHKS D
CREB1-K304E RRKI‘(KEYVKC LENRVAVLEN QNKTLIEELK ALKDLYCHKS D
CREB1-K305E RRKKI(EYVKC LENRVAVLEN QNKTLIEELK ALKDLYCHKS D
CREB1-K309E RRKKKEYVKC LENRVAVLEN QNKTLIEELK ALKDLYCHKS D
CREB1-K304E CREB1-K305E
0 Smo - ;g}lnM 5~zno — 160uM
gﬁo %150 Kp, = 3.79E-06 — 40uM %150 Ky = 1.44E-07 : m
£ z — 2o 2 — 20uM
5 100 S 100 — M S 100 — 10uM
8 8 8
e g e s
é o g 04 -2 I - .

0 100

Time (s)

pocasa). Molecular docking and dynamics simulation showed
that imperatorin may interact with CREB1 protein mostly likely
through hydrophobic interaction with Lys-304 and Lys-309 as
well as hydrogen bonding with Lys-305, according to the desolva-
tion energies (Figure 5F). To confirm the computational predic-
tion, we purified CREB1 protein, as well as the CREB1¥3™ and
CREB1%*®F proteins, in which Lys-304 and Lys-305 was mutated,
but failed to purify the CREB1%F protein (Figure 5G). The re-
sults from surface plasmon resonance (SPR) assay showed that
imperatorin can bind to CREB1 with a K; of 7.72 x 10~%, which
was disrupted when Lys-304 or Lys-305 of CREB1 was mutated
(K, 99 = 3,79 1076, K, 9% = 1,44 X 1077)

200 300 400 500 100 200 300 400 500
Time (s) Time (s)

5% 48480, CREB1 &H K304 . K305 (iRREfG
FEMATBE 2-3 MIELR, 7#BARRA Lys-304 # Lys-
305 7 imperatorin M¥8&E H CREBL Y E{FRRIET
KEBIER.

Adv Sci (Weinh). 2020 Jul 1;7(16):2000925.
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O EREW

e DARTS A

DARTS ( Drug Affinity Responsive Target Stability) 2RIB/)N\D FAYSHEGERESESBEEEANER
EEEROSRETREMABERN—TRRA, HFTHFHYRIFEBITETHYEEAKBME, I 2B TH
Wi ce 5 $EARHE TE

DARTS SRR FRERIFENH AN BB RHITAN, BEBNTEE SDS-PAGE \REABR AR (tﬂ%%ﬁﬁxﬁ%@)

%, IWIMBETLUS A E B Z 47k ( 2D-PAGE ) B SIAREE AR BTiE ( LC-MS/MS ) &5 7K 171 @I b XY, iR
ANEYA S RABBRNEAEER, #MIKF YR IEE R HTERERIHIE,

N
Fo® AU

PN

A(ehicle
Proteolysis
\d«rug i /

Drugtarget
Celllysate ﬁ
w7 ‘
/'\‘

Curr Protoc Chem Biol. 2011 Dec 1;3(4):163-180.

e BLI EHY

EMREFT SRR BL), REMD F AESEIAXAMBNENERBRBERBILA—BEYR, BERBRIKNSD
FASHFRNDF B EGNRSIREEREBRED FENNE, NTTSBEMREENNT OEIERENEY
BRERREBHNMRFEMT IR, EMREENTZUSET IR REEBNUZ EMD FEERENTS
FORBICE AR, TR T35 5%, U TFHENERNERAUE (nm) ERER. RERIES FESFIEEENEK
SHF M FIHIT D B BLI HAREFES Compound X BLEEHBRER, Hl T RH#ITRIZRN, £
HERFEEB.

Incident A}L (spectral shift due to change in thickness)

White Light Reflected Beams 10 i -
A / \
- / \
e oe JERTY / \
‘_Q_ / \ \‘
{ \
/ \ /
) i E 06| \ \
Biocompatible £ / \ /
surface E [ \ J \
\ \
___ Immobilized <4 04p ," \ \,
. molecule E L/ \_/ N
' . unbound molecules 0z
(S Y have no effect I 2 .
400 450 500 550 600 650 700
WAVELENGTH
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° 2 B 1 Ui 1

EAHBEAYMLAIREENHE Y —, BBEENKIBASHFLZERNE
£ R EZYEX, T RALNETHARESEIER, Lﬁﬁ?’éﬁéﬁ%ﬁ%ﬁ MT
R ERYERRLAIEEER. BN SNESHAISERNEE AT REMR
FEAXRBRINER, flaNEE. B S REEER. O MEER. BEIRIT
MEFMAH RIS BRiEEE N EEEBE5008, 29+ MKE: TK, STE,
TKL, AGC, CMGC, CAMK,RGC, CK1, Atypical ,other, & F5 2021 4 5 &,
2ICEENE 98 it L, 8% 87 NS FAYA 11 MY,

e ADP-glo SLI&[RIE

RRi= ADP-Glo™ & ¢
I Step 1. Add ADP-Glo™ Reagent. I
%00 %00 —
mﬁﬁ& Remaining ATP. ATP remaining
after your reaction.
%—I—o;t-— T’ + _—
B
Substrate
Step 2. Add Kinase Detection Reagent.
Convert Detect - p -
: : qee LudiferasefLucilerin — Light .

Newly synthesized ATP. J

e HTRF £38/FIE

o Q@0 > Eu-Ab Q@
Kinase + +Eu-Ab O)‘
@ Ex320 0r 340 nm VAAAAAS

= -

@ @ Em665nm  Raanans @

o HAIME

1 3R i 400 Fhisi B 2E = B9 1L & W) T 155 4R B K s B 3 i ik

2. EBTHER IR, 12 1 2 ik 4 S EFINHIF

3. BEE TR, A LRI UG T SR ;

4. KB RE, BT LUFF R 96 F 384 H L ik BUAY TR IX L L0

5. FRRRIEFFEERE, TargetMol R R IZR S5 E R ZITTHREBESRHITRS
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AR R YIR

LIERE

HEBR LIERE HERT LIERE

AAK1
ABL1
ABL1H396P
ABL2
ACK
AKT1
AKT2
AKT3
ALK
ALK2
ALK4
AMPKal/B1/yl
AMPKal/B1/y2
AMPKal/Bl/y3
AMPKal/B2/y1l
AMPKal/B2/y2
AMPKal/B2/y3
AMPKa2/B1/y1
AMPKa2/B1/y2
AMPKa2/B1/y3
AMPKa2/B2/y1
AMPKa2/B2/y2
AMPKa2/B2/y3
AurA
AurB
AurC
AXL
BARK1
BARK2
BLK
BMPR2
BMX

BRAF

@ Tel:400-820-0310

ADP-Glo

ADP-Glo

ADP-Glo

HTRF

ADP-Glo

HTRF

HTRF

HTRF

HTRF

ADP-Glo

ADP-Glo

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

ADP-Glo

ADP-Glo

ADP-Glo

HTRF

ADP-Glo

HTRF

ADP-Glo

BRAF V600E
BRK
BRSK1
BRSK2
BTK
BTK C481S
BTKT316A
BTKT474l
BTKT474S
BUB1/BUB3
CaMKla
CaMK1p
CaMK18
CaMK2a
CaMK2B
CaMK2y
CaMK2&
CAMKK2
CDCT/ASK
CDK1/CycA2
CDK1/CycB1
CDK1/CycEl
CDK12/CycK
CDK13/CycK
CDK16/CycY
CDK18/CycY
CDK2/CycA2
CDK2/CycEl
CDK3/CycE1l
CDK4/CycD1
CDK4/CycD3
CDK5/P25NCK

CDK5/p35NCK

Email: sales@targetmol.cn

ADP-Glo

HTRF

ADP-Glo

ADP-Glo

HTRF

HTRF

ADP-Glo

HTRF

HTRF

ADP-Glo

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

HTRF

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

CDK6/CycD1
CDK6/CyCD3
CDK9/CycK
CDK9/CycT1
CDK9/CycT2
CHK1
CHK2
Ckla
Cklyl
Ckly2
Ckly3
Ck1d
Ckle
CK2al/B
CK2a2/B
CLK1
CLK2
CLK3
CLK4
coT
cRAF
CRIK
CSFIR
CSK
DAPK1
DCAMKL1
DCAMKL2
DDR1
DDR2
DMPK1
DMPK2
DYRK1A

DYRK1B

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

ADP-Glo

HTRF

HTRF
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HEZR fLaEtE =t HEER fLaEtE =t AEsR R fLaEtgE =t
DYRK2 ADP-Glo FGFR2 K641R HTRF HCK HTRF
DYRK3 ADP-Glo FGFR2 K659N HTRF HER2 HTRF
DYRK4 ADP-Glo FGFR2 N549H HTRF Her4 HTRF
EGFR HTRF FGFR2 R612T HTRF HGK ADP-Glo

EGFRL858R HTRF FGFR2 V564F HTRF HIPK1 ADP-Glo

EGFRL861Q HTRF FGFR2 V564l HTRF HIPK2 ADP-Glo

EGFRT790M HTRF FGFR3 HTRF HIPK3 ADP-Glo
EPHAL HTRF FGFR3 G697C HTRF HIPK4 ADP-Glo
EPHA2 HTRF FGFR3 K650E HTRF HPK1 ADP-Glo
EPHA3 HTRF FGFR3 K650M HTRF IGF1IR HTRF
EPHA4 HTRF FGFR3 K650Q HTRF IKKa HTRF
EPHAS HTRF FGFR3 V555L HTRF IKKB HTRF
EPHAG HTRF FGFR3V555M HTRF IKKe HTRF
EPHAT HTRF FGFR4 HTRF INSR ADP-Glo
EPHAS8 HTRF FGFR4 N535K HTRF IRAK1 ADP-Glo
EPHB1 HTRF FGFR4V550L ADP-Glo IRAK4 ADP-Glo
EPHB2 HTRF FGFR4V550M HTRF IRR HTRF
EPHB3 HTRF FGR HTRF ITK HTRF
EPHB4 HTRF FLT1 ADP-Glo JAK1 ADP-Glo
Erkl ADP-Glo FLT3 HTRF JAK2 ADP-Glo
Erk2 ADP-Glo FLT3 D835Y HTRF JAK3 ADP-Glo
ERKS5 ADP-Glo FLT3ITD HTRF JNK1 ADP-Glo
Erk7 ADP-Glo FLT4 HTRF JNK2 ADP-Glo
ERN1 ADP-Glo FRK HTRF JNK3 ADP-Glo

FAK HTRF FYN [isoform a] ADP-Glo KDR ADP-Glo
FER HTRF FYN [isoform b] HTRF KHS1 ADP-Glo
FES HTRF GAK ADP-Glo KIT HTRF
FGFR1 HTRF GLK ADP-Glo KIT D816V HTRF
FGFR10P-FGFR ADP-Glo GPRK4 ADP-Glo KITT670I HTRF
FGFR2 HTRF GPRK6 ADP-Glo KIT V559D HTRF
FGFR2 C491F HTRF GPRK7 ADP-Glo LATS1 ADP-Glo
FGFR2 C491S HTRF GSG2 ADP-Glo LATS2 ADP-Glo
FGFR2 E565G HTRF GSK3a ADP-Glo LCK HTRF
FGFR2 K526E HTRF GSK3pB ADP-Glo LIMK1 ADP-Glo
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HEETR fLaEtE =t HEER fLaEtE=t AEsR R fLaEtE =t
LOK ADP-Glo MLK3 ADP-Glo PAK2 HTRF
LRRK2 G2019S ADP-Glo MNK1 ADP-Glo PAK3 HTRF
LYNa HTRF MNK2 ADP-Glo PAK4 HTRF
LYNb HTRF MRCKa ADP-Glo PAK5 HTRF
MAP2K1 ADP-Glo MRCKRB ADP-Glo PAK6 HTRF
MAP2K2 ADP-Glo MSK1 ADP-Glo PASK HTRF
MAP2K3 ADP-Glo MSK2 ADP-Glo PBK ADP-Glo
MAP2K5 ADP-Glo MST1 ADP-Glo PDGFRa HTRF
MAP2K7 ADP-Glo MST2 ADP-Glo PDGFRa T674l ADP-Glo
MAP3K1 ADP-Glo MST3 ADP-Glo PDGFRa V561D ADP-Glo
MAP3K19 ADP-Glo MST4 ADP-Glo PDGFRB HTRF
MAP3K2 ADP-Glo MUSK HTRF PEK ADP-Glo
MAP3K3 ADP-Glo MYO3pB ADP-Glo PGK ADP-Glo
MAP3K4 ADP-Glo NDR1 ADP-Glo PHKG1 HTRF
MAP3K5 ADP-Glo NDR2 ADP-Glo PHKG2 HTRF
MAP4K2 ADP-Glo NEK1 HTRF PIK3CA ADP-Glo
MAPKAPK2 HTRF NEK2 HTRF PIK3CB ADP-Glo
MAPKAPK3 ADP-Glo NEK3 HTRF PIK3CD ADP-Glo
MAPKAPK5 ADP-Glo NEK4 HTRF PIM1 ADP-Glo
MARK1 ADP-Glo NEK9 ADP-Glo PIM2 HTRF
MARK2 ADP-Glo NIK ADP-Glo PIM3 HTRF
MARK3 ADP-Glo NIM1K ADP-Glo PKACa HTRF
MARK4 ADP-Glo NLK ADP-Glo PKACPR HTRF
MELK ADP-Glo NPM1-ALK HTRF PKACy HTRF
MER HTRF NuaK1l ADP-Glo PKCa ADP-Glo
MET HTRF Nuak2 ADP-Glo PKCB1 HTRF
MET D1228H HTRF OSR1 ADP-Glo PKCP2 HTRF
MET D1228N HTRF p38a ADP-Glo PKD1 HTRF
MET Y1230A HTRF p38B ADP-Glo PKD2 HTRF
MET Y1230C HTRF p38y ADP-Glo PKD3 HTRF
MET Y1230D HTRF p38% ADP-Glo PKN1 ADP-Glo
MINK ADP-Glo P70s6k HTRF PKN2 ADP-Glo
MLK1 ADP-Glo P70S6KpB ADP-Glo PKN3 ADP-Glo
MLK2 ADP-Glo PAK1 HTRF PKR ADP-Glo
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HEZR fLaEtE =t HEER fLaEtE =t fLaEtgE =t
PLK1 ADP-Glo RON HTRF TRKA G595R HTRF
PLK2 ADP-Glo ROS HTRF TRKA G595R A608D HTRF
PLK3 ADP-Glo RSK1 HTRF TRKA G595R G66TA HTRF
PLK4 ADP-Glo RSK2 HTRF TRKA G66TA HTRF

PRKCD ADP-Glo RSK3 HTRF TRKA G667S HTRF
PRKCE HTRF RSK4 HTRF TRKB HTRF
PRKCH HTRF SGK HTRF TRKC HTRF
PRKCI HTRF SGK2 HTRF TRKC G696A HTRF
PRKCQ HTRF SGK3 HTRF TRKC G623E ADP-Glo
PRKCZ HTRF SIK ADP-Glo TRKC L686M ADP-Glo
PRKX HTRF SIK3 ADP-Glo TSSK1 HTRF
PTC1 HTRF SLK ADP-Glo TSSK3 HTRF
PTC2 HTRF SRC HTRF TTBK1 ADP-Glo
PTC3 HTRF SRM ADP-Glo TTBK2 ADP-Glo
PYK2 HTRF STK33 ADP-Glo TTK ADP-Glo
QIK ADP-Glo SYK HTRF TXK HTRF
RET HTRF TAOK1 ADP-Glo TYK2 ADP-Glo

RETE762Q HTRF TAOK2 ADP-Glo TYRO3 HTRF

RET G691S HTRF TAOK3 ADP-Glo ULK1 ADP-Glo

RET G810R ADP-Glo TBK1 ADP-Glo ULK2 ADP-Glo

RET L7301 HTRF TEC HTRF ULK3 ADP-Glo

RET L730M HTRF TFG-TRKA HTRF WEE1 ADP-Glo

RET L790F HTRF TGFBR1 ADP-Glo WNK1 ADP-Glo

RET M918T HTRF TGFBR1T204D ADP-Glo WNK2 ADP-Glo

RET R921P HTRF TGFBR2 ADP-Glo WNK3 ADP-Glo

RET S904A HTRF TIE2 HTRF YES HTRF

RET S904F HTRF TLK1 ADP-Glo YSK1 ADP-Glo

RET VB04E HTRF TLK2 ADP-Glo ZAK ADP-Glo

RET V804L HTRF TNIK ADP-Glo ZAPT0 ADP-Glo

RET V804M HTRF TNK1 ADP-Glo EGFRCT797S HTRF

RET Y806H HTRF TPR-TRKA HTRF EGFRC797S L858R HTRF
RIPK2 ADP-Glo TRKA HTRF EGFRd746-750 HTRF
ROCK1 ADP-Glo TRKA G667C HTRF EGFRd746-750 C797S HTRF
ROCK2 HTRF TRKAA608D HTRF EGFRd746-750C797G HTRF

www.targetmol.cn @



| TargetMol

© ZHRENHF

laRFI 2950 7% ( Pharmacokinetics, PK) B 283 BAI S EIMR R U R BV EEMR R 5%, I8R5
MERRINSZHANE, REAMNERA LN NIFESE, AR, 7576, LS HESE ( Absorption,
Distribution, Metabolism, Excretion, {&#f ADME ) 8933 iZ2 M. AR N ER A EFH AR R A LIEN T IE
FEEEEER, N TFRNAYNENF BENEMEEAEEENSENE,

Y - Absorbtion 1o 3% $EEHA
A gy . . G
- Begany | BUEAEAY
- Bl ] [ =103
r I th # Excretion ® A D M E ® Distribution e N IR (A T
1 m/ \m\\ FEAR

! 18 \ﬁ—‘

o . . BTN BOEARN
\ / Metabolism ‘
4% (Absorption, A)

BEAYMGHEENMBRBEIFBIIE FRMERLH 5, HRAEHEBRYFERBOIIEZ ML IR U EE
EESHYNAARRE. BUERIRBIMESENEXR, ERAEAMENFNBENEZRRNTIE,

9% (Distribution, D)

EREAYMMEZZISARRENIIE ANERANDHEABERYE, ZREFYINH L8 F2T—RE
8], MRMAREEE PRAY)REAZAEI T4, SR PRISYIRE KT A e R REERENFLFERN
2R E K, ET A AR TN MR 254 R B S MBI WM S ERIRE X Ro

X% (Metabolism, M)

TR R IIRIR . 375 BIEIEY , 72 2540 BB 00 16 F T 30T 28 1L 2L 10 BB S , e KSR M T T (R PO TR AR AR 3
o, URBLZ S FE L Tk 2 SIS A M BT AN S LR MR B A KA M A R 51, 2 IS HE

HEtt (Excretion, E)

REAYUREIAPEOTE B IHESEEN D BEEHHEIITEER, SEETEMHMSEE, Rtz
5h, ZREHF A B E ERHPEE R,

TargetMol BEBS N AR LEZRE2ENARNNERRRS . AREYE/NE/ KRR/ RERBEG R
DERIE, B E YR EHE— SRR EREBIRU. 27 LUKSERRILE], LUZ K &35 1 i B = 2 N\ X £8
LRENEE, REETNR/REFIMEANETENHNFE S, R SYRIEI-EB KRR

@ Tel: 400-820-0310 Email: sales@targetmol.cn



Your Screening Expert

AR 5511 B

(Eh¥%E] /B /K R/ L R/

(45 25i&12] #8PK/ O AR/ T/BERE /AR5

[(E¥EFRE] 2M/MmR/Z AR

(#MFEE] LC-MS/MS

(MR E] PK, MRERLESZH (PPB), KA EM (MMS),
R, MRBEM (PLS), CYP EEHIH

HUoHWFRNT BE—RE S ATV shL 5 MBoYPRE REMEK . ENNEFD B shieE 8 A/
ROARBR KRR EEBARF  AAANEORGESEREH. FHICENF REMEFREID LC-MS/MS 757ERK
MERBEYIRE,

L z53HM BwEER ATEHIR -
81

RE )i 5mpk
BIRAKZ
INER EE 10 mpk 54
=P RE R 5 20mpk
ZIRAE
i BpoEs L

BANHRDNFESHE:!

Zegans TER (AUC) | IMZSRE #h L Y B Bl P BB E R S U N A REIZENER SR, RIRE
MEFANRERFM.

EMBRE (CLF) : A {E A MK E 1B S 25 M K F0, T
KBTI (Tmax) © Z54miA S REE B 34 R A9 B 8], o e i s

Figsg B
SRR (Cmax) : BFI8 T Y4B MNRIERE T EIREEE, ks 0 %__ T
m%%q;# ﬁ A i i | RiEREIEE

=< o i Sl EERHE) to..
SRR (T1/2) : ZHMTEIR B0 R EEFEAE E — 2 Fr R Y ] EIREL: Cor
C— RS T AR A

RMHDHAF (V) : MFRHBYIRESEN SR 2 BHLLE. R e RE &
Bk O ARG E0 AR MR E R A ihEE
EFIBE (F) : 2945 NRNBIRI 2 8 5 50T 518 R 25 BRI LL

N\
N
J

~ - -
Plasma \ ( Tumor Tissues \ ( 800

g

=2(10mghkg. V) <2 (10 mgikg, PO) 10000 *2(10 mghp. Iv) 2 (10 mgixg, PO)

= -2 (30 mglkg, PO) &2 (100 mgfkg, PO) = -2 (30 mglkg. PO) =2 (100 mglkg. PO) @ - Imperatorin

£ oo 5 o B 600

.g E Tg’ @ |soimperatorin

E 100, g o0 E 400 == Cnidilin

H H S

38 S £ 200

@ = S

E 19, E 10 o

0
3 41 & 8 10 12 12 16 18 20 22 24 T 4 6 8 10 12 14 18 18 2 22 24 o b 4 _6 8 10 12
Time (hr) 7/‘ ‘\\7 Time (hr) 7/‘ ‘\7 Time(h) 7/‘

CurrProtoc Chem Biol. 2011 Dec 1;3(4):163-180. JMed Chem. 2011 Apr28;54(8):2714-26. Fitoterapia.2013 Mar:85:144-53.

www.targetmol.cn @



| TargetMol

TargetMol % KR5Sk 5| A

Citations

® 1.Xiao, Meng-Chao et al. “TRIB3-TRIM8 complex drives NAFLD progression by regulating HNF4a
stability.” Journal of hepatology vol. 80,5 (2024): 778-791. d0i:10.1016/j.jhep.2023.12.029

® 2.Yong, Liangetal. “Calcium/calmodulin-dependent protein kinase IV promotes imiquimod-induced
psoriatic inflammation via macrophages and keratinocytes in mice.” Nature communications vol. 13,1
4255.22 Jul.2022,d0i:10.1038/s41467-022-31935-8

® 3.Yu, Yafen et al. “Cutaneous Calcium/Calmodulin-Dependent Protein Kinase Il-y-Positive
Sympathetic Nerves Secreting Norepinephrine Dictate Psoriasis.” Advanced science (Weinheim,
Baden-Wurttemberg, Germany) vol. 11,23 (2024): e2306772. d0i:10.1002/advs.202306772

® 4.Deng, Ping et al. “SIRT5-Mediated Desuccinylation of RAB7A Protects Against Cadmium-Induced
Alzheimer's Disease-Like Pathology by Restoring Autophagic Flux.” Advanced science (Weinheim,
Baden-Wurttemberg, Germany), €2402030. 5 Jun. 2024, doi:10.1002/advs.202402030

® 5.Bai, Yu-Bin et al. “Virtual Screening and In Vitro Experimental Verification of LuxS Inhibitors for
Escherichia coli 0157:H7.” Microbiology spectrum, vol. 11,2 e0350222. 21 Feb. 2023,
do0i:10.1128/spectrum.03502-22

@ 6.Liu, Juan et al. “Computational Drug Repurposing Approach to Identify Novel Inhibitors of ILK
Protein for Treatment of Esophageal Squamous Cell Carcinoma.” Journal of oncology vol. 2022
3658334.29 Dec.2022,d0i:10.1155/2022/3658334

® T7.LiJ,Zheng C, Mai Q,Huang X, Pan W, Lu J, Chen Z, Zhang S, Zhang C, Huang H, Chen Y, Guo H, Wu Z,
Deng C, Jiang Y, Li B, Liu J, Yao S, Pan C. Tyrosine catabolism enhances genotoxic chemotherapy by
suppressing translesion DNA synthesis in epithelial ovarian cancer. Cell Metab. 2023 Nov 7;35(11):2044-
2059.e8.

® 8.ShiW, Zhang G, Ma Z, LiL, LiuM,QinL,Yu Z, Zhao L, Liu Y, Zhang X, Qin J, Ye H, Jiang X, Zhou H, Sun
H, Jiao Z. Hyperactivation of HER2-SHCBP1-PLK1 axis promotes tumor cell mitosis and impairs
trastuzumab sensitivity to gastric cancer. Nat Commun. 2021 May 14;12(1):2812.

® 9.Yang Y, Sun N, Lv J, Chen H, Wang H, Xu J, Hu J, Tao L, Fang M, Huang Y. Environmentally realistic

dose of tire-derived metabolite 6PPD-Q exposure causes intestinal jejunum and ileum damage in mice
via cannabinoid receptor-activated inflammation. Sci Total Environ. 2024 Mar 25;918:170679.

@ Tel: 400-820-0310 Email: sales@targetmol.cn



Your Screening Expert

® 10.Hong X, Wei Z, He L, Bu Q, Wu G, Chen G, He W, Deng Q, Huang S, Huang Y, Yu C, Luo X, Lin Y. High-
throughput virtual screening to identify potential small molecule inhibitors of the Za domain of the
adenosine deaminases actingon RNA 1(ADARL). Eur J Pharm Sci. 2024 Feb 1;193:106672.

® 11.DuJ, LiuN,Mal,LiuR,Zuo D, Lan X,Yang J, Wei W, Peng X, Yu J. Antidepressant effect of the novel
histone deacetylase-5 inhibitor T2943 in a chronic restraint stress mouse model. Biomed
Pharmacother.2024 Feb;171:116176.

® 12.ChenY,LiL,Lan J,CuiY,RaoX, Zhao J,Xing T, Ju G, Song G, Lou J, Liang J. CRISPR screens uncover
protective effect of PSTK as a regulator of chemotherapy-induced ferroptosis in hepatocellular
carcinoma. Mol Cancer. 2022 Jan4;21(1):11.

@® 13.XieY, ZhangL,WangL, Chen B, Guo X, Yang Y, Shi W, Chen A, Yi J, Tang J, Xiang J. EphB1 promotes
the differentiation and maturation of dendritic cellsin non-small cell lung cancer. Cancer Lett. 2024 Feb
1;582:216567

® 14.Yu Z,PengY,Gao J, Zhou M, Shi L, Zhao F,Wang C, Tian X, Feng L, Huo X, Zhang B, Liu M, Fang D, Ma
X. The p23 co-chaperone is a succinate-activated COX-2 transcription factor in lung adenocarcinoma
tumorigenesis. Sci Adv. 2023 Jun 30;9(26):eade0387. doi: 10.1126/sciadv.ade0387. Epub 2023 Jun 30.

® 15. Bai YB, Yang XR, Li B, Zhou XZ, Wang WW, Cheng FS, Zhang JY. Virtual Screening and In Vitro
Experimental Verification of LuxS Inhibitors for Escherichia coli 0157:H7. Microbiol Spectr. 2023 Feb
21;11(2):€0350222.

® 16. Wang J, Ran T, Chen Y, Lu T. Bayesian machine learning to discover Bruton's tyrosine kinase
inhibitors. Chem Biol Drug Des. 2020 Oct;96(4):1114-1122.

® 17.Wang W, Liu C, Li H, Tian S, Liu Y, Wang N, Yan D, Li H, Hu Q. Discovery of novel and potent P2Y14R

antagonists via structure-based virtual screening for the treatment of acute gouty arthritis. J Adv Res.
2020 Feb 13;23:133-142.

www.targetmol.cn @



TargetMol Chemicals Inc.
mEF&HEnF | KEME | XASY | EAZER | KBARRS

www.targetmol.cn Tel: 400 - 820 - 0310 Email: sales@targetmol.cn
TargetMol® Fi = mAARSS (XA F RIS, FREMA T AL, H(FE D AREF R IRS.

RO s IER



	页 1
	页 2
	页 3
	页 4
	页 5
	页 6
	页 7
	页 8
	页 9
	页 10
	页 11
	页 12
	页 13
	页 14
	页 15
	页 16
	页 17
	页 18
	L.pdf
	页 1
	页 2
	页 3
	页 4
	页 5
	页 6
	页 7
	页 8
	页 9
	页 10
	页 11
	页 12
	页 13
	页 14
	页 15
	页 16
	页 17
	页 18


