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Description THZ531 s&iE#EPER CDKI12 il CDKI3 FY3LMHIG], 1C50 {43518 158 nM Fl 69 nM.
CDK12 CDK13 CDK7 CDK9
IC50 & Target[1]
158 nM (ICs0) 69 nM (ICs0) 8.5 uM (IC50) 10.5 uM (IC50)
Cell Line Type Value Description
Antiproliferative activity against trastuzumab-sensitive
BT-474 Glso 0.044 M
HER2-positive human BT-474 cells by Cell Titer Glo assay
Antiproliferative activity against human Bel-7402 cells
Bel-7402 ICso 650 nM assessed as inhibition of cell growth measured after 96 hrs by
SRB assay
Antiproliferative activity against human HCT-116 cells
HCT-116 1Cso 89 nM assessed as inhibition of cell growth measured after 96 hrs by
SRB assay
Antiproliferative activity against human HeLa cells assessed as
HeLa ICso 106 nM
inhibition of cell growth measured after 96 hrs by SRB assay
Antiproliferative activity against trastuzumab-resistant
JIMT-1 Glso 1.84 uM
HER2-positive human JIMT-1 cells by Cell Titer Glo assay
Antiproliferative activity against human Kelly cells harboring
Kelly ICso 253.8 nM CDK12 C1039F mutant assessed as reduction in cell viability
incubated for 72 hrs by CellTiter-Glo assay
Antiproliferative activity against human Kelly cells harboring
Kelly ICso 93 nM wild type CDK12 assessed as reduction in cell viability
Cellular Effect
incubated for 72 hrs by CelTiter-Glo assay
Cytotoxicity against human L02 cells assessed as inhibition of
L02 1Cso 119 nM
cell growth measured after 96 hrs by SRB assay
Antiproliferative activity against human MDA-MB-231 cells
MDA-MB
1Cso 133 nM assessed as inhibition of cell growth measured after 96 hrs by
-231
SRB assay
Antiproliferative activity against human MDA-MB-231 cells
MDA-MB
1Cso 17.9 uM assessed as inhibition of cell growth incubated for 48 hrs by
-231
MTT assay
Antiproliferative activity against human MDA-MB-231 cells
MDA-MB
1Cso 3.5uM assessed as inhibition of cell growth incubated for 24 hrs by
-231
MTT assay
Antiproliferative activity against human MDA-MB-231 cells
MDA-MB
ICso 44.2 uM assessed as inhibition of cell growth incubated for 24 hrs by
-231
MTT assay
Antiproliferative activity against human MDA-MB-231 cells
MDA-MB
ICso 7.1 uM assessed as inhibition of cell growth incubated for 72 hrs by
-231

MTT assay
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Antiproliferative activity against human MDA-MB-436 cells

MDA-MB
ICso 14.3 uM assessed as inhibition of cell growth incubated for 24 hrs by
-436
MTT assay
Antiproliferative activity against human MDA-MB-436 cells
MDA-MB
ICso 18.1 uM assessed as inhibition of cell growth incubated for 48 hrs by
-436
MTT assay
Antiproliferative activity against human MDA-MB-436 cells
MDA-MB
1Cso 4.6 uM assessed as inhibition of cell growth incubated for 24 hrs by
-436
MTT assay
Antiproliferative activity against human MDA-MB-436 cells
MDA-MB
1Cso 6.4 uM assessed as inhibition of cell growth incubated for 72 hrs by
-436
MTT assay
Antiproliferative activity against human MDA-MB-468 cells
MDA-MB
1Cso 14.4 uM assessed as inhibition of cell growth incubated for 48 hrs by
-468
MTT assay
Antiproliferative activity against human MDA-MB-468 cells
MDA-MB
ICso 3.4 uM assessed as inhibition of cell growth incubated for 24 hrs by
-468
MTT assay
Antiproliferative activity against human MDA-MB-468 cells
MDA-MB
ICso 47.7 uM assessed as inhibition of cell growth incubated for 24 hrs by
-468
MTT assay
Antiproliferative activity against human MDA-MB-468 cells
MDA-MB
ICso 5.8 uM assessed as inhibition of cell growth incubated for 72 hrs by
-468

MTT assay

THZ531 BRI R Hsm 0] CDK12 A CDK13, 3£ 1C50 4351y 158 nM A1 69 nM, T
%I CDK7 #1 CDK9 Ml R %c55, 1C50 407 8.5 Al 10.5 nM. THZ531 ACPLE 3% H AT

fn Vitro H > Jurkat ZDRIA, 1CS0 % SO nM: FACS AUNSANI/T 5 Hie AT RN, B4
Gl o R A A1 ).
Y P S
Solvent&Solubility DMSO " IE#EE : 250 mg/mL (447.97 mM; i A BIVA; WG DMSO X 7™ i (¥ 7 7 5 A7 55 35 5

e, 5 AETTE ) DMSO)

Solvent Mass
1mg 5mg 10 mg
Concentration
Preparing 1 mM 1.7919 mL 8.9594 mL 17.9189 mL
Stock Solutions 5 mM 0.3584 mL 1.7919 mL 3.5838 mL
10 mM 0.1792 mL 0.8959 mL 1.7919 mL

STEARE 7= S LE AN TENA R o AV R BES PR A& VA RIS 8 5 90 — BLEC U, 1 0 26 ORAE,
ST R R I T P R

i %R R A7 77 SURBIPR : -80°C, 6 months; -20°C, 1 month. -80°C f§ {76, 54 6 A H A, -20°C
fiETEiE, EAE 1 ANH AL .
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[ S T AN (N R = RE Y i VN T 2 73T G R VAN s O P C G DU s el B/ TR/ i
G, AT LOE AR/ B8 7 1 7 BN

E S

RPN AAT): 10% DMSO  —  40% PEG300 — 5% Tween-80 —  45% Saline
Solubility: > 1.43 mg/mL (2.56 mM); &K

BT RT3 > 1.43 mg/mL CHRIERAD IR THIER .

U 1mL TARRCAH], B 100 uL 14.3 mg/mL TS DMSO & W% 400 uL PEG300 ', iR&
Y151, Hi B ARSI 50 uL Tween-80, JRE YA SRIGHAEEEIIAN 450 uL AFHK EHE 1
mL.

AEFE K ITECH]: K 0.9 g EALEN, AT ddH0 FHEAE 100 mL, A LU BV IE % I 1 AR B A K
T

L -

IR IR R 10% DMSO  —  90% (20% SBE-B-CD in Saline)

Solubility: 1.43 mg/mL (2.56 mM); &kitil; 87 Bhi

SET7 A 318 1.43 mg/mL (XS0 Riill, St Al T EUIRAIE IR 5

PL I mL TAEBCAE], HC 100 uL 14.3 mg/mL [{7EEH DMSO fig#&inE] 900 uL 20% [ SBE-B-CD
AEFEAOKIEIR T, IREBIN .

2 g SBE-B-CD (I T 5k B-FRMIE) MAEA T 10 mL IAEEE K, SEARMEREIEN.

HR =

EIRF I INEER:  10%DMSO  —  90% Corn Oil

Solubility: > 1.43 mg/mL (2.56 mM); V& i)

SET7 %A 3RS > 1.43 mg/mL CEIRIEESR D Vs WL BET7 22 S8 FIWIZE AN UL R M 3h W seie iy
TEREA .

U 1mL TARRCAH], B 100 uL 14.3 mg/mL IS DMSO fE&HNE] 900 uL FoKihdr, REH
5.

EZ 3N [1]. Zhang T, et al. Covalent targeting of remote cysteine residues to develop CDK12 and CDK13 inhibitors.
Nat Chem Biol. 2016 Oct;12(10):876-84.
(=4 N
SEEAE BRI R -
TEARLEE 7 i LS TR 77 T BV R A PR A 0 R VA R BC A A 5. — ELFCRRIE VL, 8 20 B ORAF, 3B G S ST R RS R 7 i 2R
il S ARAT )7 ATHABR . -80° C, 6 months; -20° C, 1 month. -80° C A7, &7E 6 A MMM, -20° C ikfFm, 1HTE
1ASA R
ALIEVEF J5ig= 1mg 5mg 10 mg 25 mg
BRI
WE
1 mM 1.7919 mL 8.9594 mL 17.9189 mL 44.7972 mL
5mM 0.3584 mL 1.7919 mL 3.5838 mL 8.9594 mL
DMSO
10 mM 0.1792 mL 0.8959 mL 1.7919 mL 4.4797 mL
15 mM 0.1195 mL 0.5973 mL 1.1946 mL 2.9865 mL
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20 mM 0.0896 mL 0.4480 mL 0.8959 mL 2.2399 mL
25 mM 0.0717 mL 0.3584 mL 0.7168 mL 1.7919 mL
30 mM 0.0597 mL 0.2986 mL 0.5973 mL 1.4932 mL
40 mM 0.0448 mL 0.2240 mL 0.4480 mL 1.1199 mL
50 mM 0.0358 mL 0.1792 mL 0.3584 mL 0.8959 mL
60 mM 0.0299 mL 0.1493 mL 0.2986 mL 0.7466 mL
80 mM 0.0224 mL 0.1120 mL 0.2240 mL 0.5600 mL
100 mM 0.0179 mL 0.0896 mL 0.1792 mL 0.4480 mL
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