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Y06036 S&—FiA 2L BET M5, 715 BRD4(1) M4 E, Kd 5 82nM. H
Description
AR o
BRD4(1)
IC50 & Target|[1]

82 nM (Kd)

Cell Line Type Value Description
Antiproliferative activity against human A549 cells

A549 ICso >5uM assessed as reduction in cell viability incubated for 72 hrs
by cell-titer glo assay
Antiproliferative activity against AR-positive human

CWR22R ICso 1.5 uM 22Rvl cells assessed as reduction in cell viability
incubated for 96 hrs by cell-titer glo assay
Antiproliferative activity against AR-negative human

DU-145 ICso > 6 uM DU-145 cells assessed as reduction in cell viability
incubated for 72 hrs by cell-titer glo assay
Antiproliferative activity against human HeLa cells

HeLa ICso >5uM assessed as reduction in cell viability incubated for 72 hrs
by cell-titer glo assay
Cytotoxicity against human HFL1 cells assessed as

HFL1 ICso 18.2 uM  reduction in cell viability incubated for 72 hrs by cell-titer
glo assay
Antiproliferative activity against human Hs-578T cells

Cellular Effect Hs-578T ICso 1uM assessed as reduction in cell viability incubated for 72 hrs

by cell-titer glo assay
Antiproliferative activity against human HT-29 cells

HT-29 ICso 0.4 uM assessed as reduction in cell viability incubated for 120 hrs
by cell-titer glo assay
Antiproliferative activity against AR-positive human

LNCaP ICso 1.06 uyM  LNCAP cells assessed as reduction in cell viability
incubated for 96 hrs by cell-titer glo assay
Antiproliferative activity against AR-positive human

LNCaP

1Cso 2.62 uM  C4-2B cells assessed as reduction in cell viability

428 incubated for 96 hrs by cell-titer glo assay
Antiproliferative activity against human MCF-7 cells

MCF7 ICso 1uM assessed as reduction in cell viability incubated for 96 hrs
by cell-titer glo assay
Antiproliferative activity against human MV4-11 cells

MV4-11 ICso 0.4 uM assessed as reduction in cell viability incubated for 120 hrs
by cell-titer glo assay

NCI-H1975 ICso 2.5uM Antiproliferative activity against human NCI-H1975 cells
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assessed as reduction in cell viability incubated for 72 hrs
by cell-titer glo assay
Antiproliferative activity against AR-negative human PC-3
PC-3 ICso >3 uM cells assessed as reduction in cell viability incubated for 96
hrs by cell-titer glo assay
Antiproliferative activity against human U20S cells
U208 ICso >5uM assessed as reduction in cell viability incubated for 72 hrs
by cell-titer glo assay
Antiproliferative activity against AR-positive human VCaP
VCaP 1Cso 0.63 uM  cells assessed as reduction in cell viability incubated for

144 hrs by cell-titer glo assay

Y06036 (0.001-100 nM, 96 hours for LNCaP, C4-2B, and 22Rvl cells; 144 hours for VCaP cells)
exhibits low micromolar or nanomolar potencies (IC50: 0.29-2.6 w M) in the four androgen receptor
(AR)-positive prostate cancer cell lines LNCaP, C4-2B, 22Rv1, and VCaP. Treatment of 22Rv1 cells with
Y06036 (1, 2, 4, 8, and 16 1 M, 48 hours) results in significant down-regulation of both full-length (AR-fl)

and AR variants levels[1].

Cell Viability Assay[1]
Cell Line: LNCaP, C4-2B, 22Rv1, and VCaP prostate cancer cells
Concentration: 0.001-100 uM
In Vitro Incubation Time: 96 hours for LNCaP, C4-2B, and 22Rv1; 144 hours for VCaP
Result: Inhibited LNCaP, C4-2B, 22Rv1, and VCaP cells with IC50s of 1.06,
2.62,1.50, 0.63 uM, respectively.
Western Blot Analysis[1]
Cell Line: 22Rv1 cells
Concentration: 1,2,4,8, and 16 uM
Incubation Time: 48 hours
Result: Resulted in significant down-regulation of both AR-fl and AR variants
levels
Y06036 (50 mg/kg, i.p. injection, 5 times per week, 25 days) demonstrates therapeutic effects in a
C4-2B CRPC xenograft tumor model in mice. Y06036 is well tolerated in the treated mice, based on the
weight of the animal body and their general behavior[1].
Animal Model: Four-week-old male mice (strain: C.B-17/IcrHsd-Prkdcscid for C4-2B)
In Vivo with C4-2B mouse xenograft model[1]
Dosage: 50 mg/kg, 100 pL
Administration: Intraperitoneal (i.p.) injection, 5 times per week, 25 days
Result: Exhibited strong antitumor activities during the 25-day treatment period,
with a tumor growth inhibition (TGI) of 70%.
1 B S5
Solvent&Solubility DMSO "I : 130 mg/mL (304.26 mM; i A BVA; WG DMSO X 7™ i (¥ 7 7 B A7 55 35 5

e, 5 AETTE ) DMSO)

Solvent Mass
1mg 5mg 10 mg
Concentration

Preparing 1 mM 2.3404 mL 11.7022 mL 23.4044 mL



https://www.medchemexpress.cn/javascript:goCoordinate('cpd_References1');
https://www.medchemexpress.cn/javascript:goCoordinate('cpd_References1');
http://www.shyuanye.com

iR 0T

R R A IR AT
Shanghai yuanye Bio-Technology Co., Ltd

Hi%: 021-61312973

1EH: 021-55068248

P4ik:  www.shyuanye.com

HR#: shyysw@sina.com

Stock Solutions

5mM

0.4681 mL

2.3404 mL

4.6809 mL

10 mM

0.2340 mL

1.1702 mL

2.3404 mL
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Solubility: >2.17 mg/mL (5.08 mM); Ei5TER

W EAHAG >2.17 mg/mL CERIFERKD R EET.

PL1mL TAEGCAE], B 100 pL 21.7 mg/mL ¥ DMSO fifi&#in%| 400 uL PEG300 ', JBA
¥157; Fi EiRAE RSN 50 uL Tween-80, JREIIA]; SRIG ARSI 450 L AFHK EEZE 1

10% DMSO — 40% PEG300 — 5% Tween-80 — 45% Saline

mL.

A EKIIEH: ¥ 0.9 g FAEN, BT ddH.0 FERZE 100 mL, A LAFS RIS % B (10 A4 B4R K
WL

P -
KT A P 7
Solubility: >2.17 mg/mL (5.08 mM); &5 TER

W7 R ARG > 2.17 mg/mL CHIRIERAD M EER, M7 250 FITE 1A A LA L3 se sy
A .

PL1mL TAEBCAE], B 100 pL 21.7 mg/mL 77 DMSO i & nE] 900 uL F oK, REH
5.

10% DMSO — 90% Corn Oil

SE R [1]. Zhang M, et al. Structure-Based Discovery and Optimization of Benzo[ d]isoxazole Derivatives as Potent
and Selective BET Inhibitors for Potential Treatment of Castration-Resistant Prostate Cancer (CRPC). ] Med
Chem. 2018 Apr 12;61(7):3037-3058.
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W
ALIEVEF RE 1mg 5mg 10 mg 25 mg
BEFERR
WE
1 mM 2.3404 mL 11.7022 mL 23.4044 mL 58.5110 mL
DMSO
5mM 0.4681 mL 2.3404 mL 4.6809 mL 11.7022 mL
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10 mM 0.2340 mL 1.1702 mL 2.3404 mL 5.8511 mL
15 mM 0.1560 mL 0.7801 mL 1.5603 mL 3.9007 mL
20 mM 0.1170 mL 0.5851 mL 1.1702 mL 2.9256 mL
25 mM 0.0936 mL 0.4681 mL 0.9362 mL 2.3404 mL
30 mM 0.0780 mL 0.3901 mL 0.7801 mL 1.9504 mL
40 mM 0.0585 mL 0.2926 mL 0.5851 mL 1.4628 mL
50 mM 0.0468 mL 0.2340 mL 0.4681 mL 1.1702 mL
60 mM 0.0390 mL 0.1950 mL 0.3901 mL 0.9752 mL
80 mM 0.0293 mL 0.1463 mL 0.2926 mL 0.7314 mL
100 mM 0.0234 mL 0.1170 mL 0.2340 mL 0.5851 mL
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