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Description

MD2-IN-1 JZEEEFEMLEE 1 2 (MD2) 1475, xf&E2 A MD2 (thMD2) 1] KD {E 189 u

IC50 & Target

TLR4

Cellular Effect

Cell Line Type Value Description

Antiproliferative activity against human K562 cells after 5
K562 1Cso 1.1 pM

days by MTT assay

Antiproliferative activity against human MCF7 cells assessed
MCF7 Glso 3.97 uM as reduction in cell viability incubated for 48 hrs by

sulforhodamine B assay

Antiproliferative activity against human NCI-H460 cells

NCI-H460 Glso 5.6 M assessed as reduction in cell viability incubated for 48 hrs by

sulforhodamine B assay

In Vitro

HRESMLEE 2 (MD2) 4& TLR4 HAHBIZ K. (EIXSEFTAEYH, MD2-IN-1 (fh&4) 20) TRl
X LPS 5 M TNF-« f IL-6 RIEMEsRiMslFE A . SEEM L, Sl LPS s T
TLR4/MD2 E&WHIE, M MD2-IN-1 FiabE Al #ifi] TLR4/MD2 & W89 2 84K /KF- SPR 7>
Hra&W], MD2-IN-1 LA EREME AR E thMD2 AL E, KD {2y 189 uM, M#EH 5 MD2 4
& KD 4 460 M HAFFE MD2-IN-1 BT FlAb 20 23 70 B H M P FITC-LPS 54
JOEmsE T MD2 454G, BT ROERIETT S, £ 10 oM RHIHIE)Y 65%. i MD2-IN-1 Tkt
PEIR A LA AR BT MPM o LPS 5 S MAPK BER21L[1].

In Vivo

MD2-IN-1 W R RE(KT LPS ¥ T/ BALF &k AR LRI AN, LPS AbRRLH i it/ 1 o L i
BETREA, MD2-IN-1 4B T LPS SRR . LPS 251k i W42 2 i il 2 21 1127
A, QFE SR .t LSRR e R TR 2 S DR A X X G S B AR A A
MD2-IN-1 4B P A S 3E [1]

Solvent&Solubility

20 S5
DMSO AV ARIE : 50 mg/mL (139.51 mM; B BhI; TIZH) DMSO X 7= S R R i),
114 F i T4 ) DMSO)

Solvent Mass
1mg 5mg 10 mg
Concentration

Preparing 1 mM 2.7903 mL 13.9513 mL 27.9026 mL
Stock Solutions 5mM 0.5581 mL 2.7903 mL 5.5805 mL
10 mM 0.2790 mL 1.3951 mL 2.7903 mL

SRR = S TE AR [ A 77 R KV AR REE PR I I VARSI G 48 — BRI, WA, ik
S VR R R 7 it 2R

il S BRAT )7 ATHABR . -80°C, 2 years; -20°C, | year. -80°C 17, H7E 2 4ENMEH, -20°C fik
TEEE, THEE 1 AERA

YL

ARG SRS 27 2 PG 2 T AT R

AR VAR TT S S6 %88 In Vitro 77 sURCHIVEE (065 490, FEARVCA I BVE 7

—— RPRESEIO G R AT R, VI (68 & T LARIB AR 40, &M RAE: R SSIR i TIE, &
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WEBLHBAC, M RAH;

[ S R T AN (P S = RE Y i VN o 2 73T G R AN A R PG G DU s el s B/ TRV i
WG, AT LOE S AR/ B8 7 1 7 B

E S

RPN AIAT): 10% DMSO  —  40% PEG300 — 5% Tween-80 —  45% Saline
Solubility: > 3.25 mg/mL (9.07 mM); ¥#i%

BT RT3 >3.25 mg/mL CHRIERAD IR THER .

U 1mL TARRCAH], B 100 uL 32.5 mg/mL 7T DMSO & W% 400 uL PEG300 ', R4
151, Hi B A RF I 50 uL Tween-80, JRE YA SRIGHAELEIIN 450 uL AFHAK EHE 1
mL.

AEF KIS K 0.9 ¢ AL, T ddH0 JEERZE 100 mL, W] USRS W] 4R 5 R K
a3

L -

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

Solubility: 3.25 mg/mL (9.07 mM); &kitii; 87 Bhi

W77 ZAI3RAG 3.25 mg/mL (3550 Bk, By AT A T AR R s e

PL I mL TAEBCAE], HC 100 uL 32.5 mg/mL {7 DMSO fig & InE] 900 uL 20% [ SBE-B-CD
AL KOKVER o IRE .

2 g SBE-B-CD (I T 3Bt B-FRMIRS) MAE AT 10 mL AOAEE K, SEERMEREEN.

FR =

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

Solubility: > 3.25 mg/mL (9.07 mM); Y&

SET7 %A 3R > 3.25 mg/mL CHIRIEESR D [MVRE WL BET7 22 S8 FWIAE AN 7 UL E M 3h W seie iy
TEREA .

PL I mL TAEBCAE], B 100 uL 32.5 mg/mL [{7EF DMSO fig#& i inE] 900 uL Tk, JBEH
5.

EZ 3N [1]. Zhang Y, et al. Discovery of new MD2 inhibitor from chalcone derivatives with anti-inflammatory
effects in LPS-induced acute lung injury. Sci Rep. 2016 Apr 27;6:25130.
(=4 N
SEEAE BRI R -
AR 7 i LE AN TRV 77 o B 7R A R 0 PR VA ARV E A1 i 5 — ELFCRRVB VL, 1 70 B ORAF, 3B G0 S S AR RS AR 7 i 2R
T RA7E )7 AR : -80° C, 2 years; -20° C, 1 year. -80° C /2, 5 2 EAMEM, -20° CflfEnf, &4 1 4E
WAL .
ALIEVEF RE 1mg 5mg 10 mg 25 mg
B
W
1 mM 2.7903 mL 13.9513 mL 27.9026 mL 69.7564 mL
5mM 0.5581 mL 2.7903 mL 5.5805 mL 13.9513 mL
DMSO
10 mM 0.2790 mL 1.3951 mL 2.7903 mL 6.9756 mL
15 mM 0.1860 mL 0.9301 mL 1.8602 mL 4.6504 mL
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20 mM 0.1395 mL 0.6976 mL 1.3951 mL 3.4878 mL
25 mM 0.1116 mL 0.5581 mL 1.1161 mL 2.7903 mL
30 mM 0.0930 mL 0.4650 mL 0.9301 mL 2.3252 mL
40 mM 0.0698 mL 0.3488 mL 0.6976 mL 1.7439 mL
50 mM 0.0558 mL 0.2790 mL 0.5581 mL 1.3951 mL
60 mM 0.0465 mL 0.2325 mL 0.4650 mL 1.1626 mL
80 mM 0.0349 mL 0.1744 mL 0.3488 mL 0.8720 mL
100 mM 0.0279 mL 0.1395 mL 0.2790 mL 0.6976 mL
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