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Description

NIK SMI1 is a potent, selective NF-kB inducing kinase (NIK) inhibitor, which inhibits NIK-catalyzed
hydrolysis of ATP to ADP with IC50 of 0.23+£0.17 nM. NIK SMII is a click chemistry reagent, it contains an
Alkyne group and can undergo copper-catalyzed azide-alkyne cycloaddition (CuAAc) with molecules

containing Azide groups.

IC50 & Target

NIK[1]

In Vitro

NIK SMII (Compound 4f) ] NIK {41k ATP /KffEAN ADP (3¢ 6k, FP), I1C50 A 0.23+0.17
nM. NIK SMI1 #ifi] HEK293 ZHffirf NIK SMI1 Js o7 7G4 VA5 [ ok B¢ e R 5 JE R 1 20k
IC50 24 34+6 nM. 5 U NIK F0] 57—, NIK SMIT "4 p52 (RelB) 1% S AL (IC50=70 nM).
NIK SMI1 #ifi] BAFF #-51) B 4l (MR FMFE, 1C50 y 373£64 nM[1].

In Vivo

77 K528 R o, CSTBL/6 /N AR B IR 1 AR NIK SMI1 B8, = /i3 5 1 41 BAFF 324 f & & 14 (Br3-
mlgGa)fE AR IR . BT 100 & 200 mg/kg 2 857 QAL RERIEIBEMKLE R, P20,
32, 18, 7.8 mL/kg / min FIFIE D HIKT SD K+ CD-1 N INERFBRIEHAT T niksmil (2550 2%

9T, HAREF (Vd, Likg) 7709 1.35. 1.58. 0.778 F1 1.39[1].

Solvent&Solubility

ST
DMSO VA fFREE : 125 mg/mL (342.11 mM; & 75 B, WR M) DMSO 7= i (1 V7 i 2 A 2 35
e, i HHT T 3 (1) DMSO)

S

Solvent Mass
1 mg 5mg 10 mg
Concentration

Preparing 1 mM 2.7369 mL 13.6844 mL 27.3688 mL
Stock Solutions 5 mM 0.5474 mL 2.7369 mL 5.4738 mL
10 mM 0.2737 mL 1.3684 mL 2.7369 mL

AR 7 AN RV R P R VR S PR A IS VA RIS A — BRI, TR, B
ST R R I TR P R

fits 8 RAT 7 AR . -80°C, 1 year; -20°C, 6 months. -80°C i /70, WH7E 1 FEPflEA,  -20°C fi#
A, AL 6 AN H A

YL

TEIRAR IR Y SEaR sl A4S 2575 2 B 2 VA R T %

VLN 7 S 45 5% 8 In Vitro 77 UECHIPES A 45900, B AR IR N WV 71
——PRIESEIR S IR T EENE, P RO R T DRI R A7 25 1R, S OR AT A SEIR A AR, 2
WESLHIE, 2R,

DR VAR AT R~ R B 20 LU 4R VA FRIFE SR I ) i P IO AR 5 B e AR v M B CTE S AT
BLG, 0T LS I 0 /s 5 i 7 B %

E S

R FA AT 5% DMSO  —  40% PEG300 — 5% Tween-80 —  50% Saline
Solubility: > 2.5 mg/mL (6.84 mM); FE R

L -

WK IR IR R: 5% DMSO  —  95% (20% SBE-B-CD in Saline)

Solubility: > 2.5 mg/mL (6.84 mM); FiE AR

HE =

RPN AAT): 10% DMSO  —  40% PEG300 — 5% Tween-80 —  45% Saline
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Solubility: >2.08 mg/mL (5.69 mM); ¥ %K

BT RT3 > 2.08 mg/mL CHRIERAD IR THER .

U1 mL TAE9%), X 100 pL 20.8 mg/mL FI¥% % DMSO & WNE] 400 uL PEG300 ', &
¥15); B B ARSI 50 uL Tween-80, JRE YA RIGHIEEEIIN 450 uL AFHK EHE 1
mL.

AEFRER KT 4 0.9 g FAEN, BT ddH.0 HEAZE 100 mL, AT LIS EIEHE I IR FE 3R K
a3

F%E N

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

Solubility: >2.08 mg/mL (5.69 mM); V& %K

BT RT3 > 2.08 mg/mL CHRIERAD IR THIER

PL 1 mL TAERCABI], B 100 pL20.8 mg/mL [¥E DMSO fif#3NF] 900 uL 20% ) SBE-B-CD
AEFEAOKEIR T, IREBIN .

2 g SBE-B-CD U T 5k B-FRMIAE) MAEA T 10 mL A K, SEARMEREIEN.
VLD

EIRF AR 10% DMSO  —  90% Corn Oil

Solubility: >2.08 mg/mL (5.69 mM); ¥ i)

SET7 %A 3RS > 2.08 mg/mL CHLRIEESRAD MRE WL BET7 22 S8 FWILE AN BB M 3h W seie iy
TEREA .

PLImL TAEW A, HL 100 uL 20.8 mg/mL [ DMSO fif & INEl 900 uL F oK+, 1REH
5.

VIRV MR TT %8, 1 BERICH LAEM. U, ERMARIA . UFEREERME S0
FEAR IR FE I R 2R P ARG B e RS HDE R o e . AT LA, BT DLE s A
B A 177 A

E S

RIS R:  Corn Ol

Solubility: 10 mg/mL (27.37 mM); &t #75BhvA

L -

WK P IRV 50% PEG300 —  50% Saline

Solubility: 5 mg/mL (13.68 mM); B VATR; #7E BIE

ZHE

[1]. Blaquiere N, et al. Scaffold-Hopping Approach To Discover Potent, Selective, and Efficacious Inhibitors

of NF-«B Inducing Kinase. ] Med Chem. 2018 Aug 9;61(15):6801-6813.

SEEENE A MR ) 3R
TR 7= i 7E AN TRV 75 1 VA AR P S R A (R VA TRV R 8 T — ELPR R, 1 A S ORAF 388 S SR ST VR RIS AT 7=
P TERRAE T AR : -80°C, 1 year; -20°C, 6 months. -80°C ff7IF, A | SEPMHH,  -20°C (I, i57E 6 4

A,
ALIEVEF RE 1mg 5mg 10 mg 25 mg
BRI
wE
1 mM 2.7369 mL 13.6844 mL 27.3688 mL 68.4219 mL
DMSO
5 mM 0.5474 mL 2.7369 mL 5.4738 mL 13.6844 mL
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10 mM 0.2737 mL 1.3684 mL 2.7369 mL 6.8422 mL
15 mM 0.1825 mL 0.9123 mL 1.8246 mL 4.5615 mL
20 mM 0.1368 mL 0.6842 mL 1.3684 mL 3.4211 mL
25 mM 0.1095 mL 0.5474 mL 1.0948 mL 2.7369 mL
30 mM 0.0912 mL 0.4561 mL 0.9123 mL 2.2807 mL
40 mM 0.0684 mL 0.3421 mL 0.6842 mL 1.7105 mL
50 mM 0.0547 mL 0.2737 mL 0.5474 mL 1.3684 mL
60 mM 0.0456 mL 0.2281 mL 0.4561 mL 1.1404 mL
80 mM 0.0342 mL 0.1711 mL 0.3421 mL 0.8553 mL
100 mM 0.0274 mL 0.1368 mL 0.2737 mL 0.6842 mL
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