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Dabigatran ethyl ester hydrochloride is a potent inhibitor of ribosyldihydronicotinamide dehydrogenase

Description
(NQO2) with an IC50 value of 0.8 uM and a thrombin inhibitor.
IC50 & Target IC50: 0.8 uM (NQO2)[1]

The K; of dabigatran (ethyl ester hydrochloride) toward NQO2 is 0.9 uM and the ICsg is 0.8 pM. The ethyl
ester group of dabigatran (ethyl ester hydrochloride) significantly extends the interaction surface especially

In Vitro with hydrophobic amino acids such as lle 128 and Met 154. Dabigatran ethyl ester has higher affinity than
Dabigatran to both thrombin and NQO2!". Dabigatran is a highly selective, reversible, and potent thrombin
inhibitor and is orally available as the prodrug, dabigatran etexilate[2].

In Vivo Dabigatran (Ki=4.5 nM) could bind to human thrombin selectively, and reversibly to realize a strong and

long-lasting anticoagulant effect[3].

Solvent&Solubility

In Vitro:
DMSO : 2 50 mg/mL (93.28 mM)
H,0 : 5 mg/mL (9.33 mM; Need ultrasonic)

*">" means soluble, but saturation unknown.

Solvent Mass
1mg 5mg 10 mg
Concentration

Preparing 1 mM 1.8656 mL 9.3278 mL 18.6557 mL
Stock Solutions 5 mM 0.3731 mL 1.8656 mL 3.7311 mL
10 mM 0.1866 mL 0.9328 mL 1.8656 mL
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1R P INAERE ] 10% DMSO—~40% PEG300 —~5% Tween-80 — 45% saline

Solubility: = 2.5 mg/mL (4.66 mM); Clear solution

M7 ZE AR 2 2.5 mg/mL (4.66 mM, LRI AR A (BT E TR

PA 1 mL AR, HL 100 pl 25.0 mg/mL [#13%i% DMSO fif & m%| 400 yL PEG300 1, &%)
A BB AR I 50 L Tween-80, R&I5); MAJR4RERIMA 450 L AL EKERE 1 mL.

2B IR IR 10% DMSO— 90% (20% SBE-B-CD in saline)

Solubility: 2 2.5 mg/mL (4.66 mM); Clear solution

IR AR AT IR A )




IR AR A R A A
Shanghai yuanye Bio-Technology Co., Ltd
Mg 021-61312973 1HEH . 021-55068248

R ] Mk: www.shyuanye.com

MR4H: shyysw@sina.com

M7 R FRAS 2 2.5 mg/mL (4.66 mM, LRI ARA) RIS AT
BL1mL TAEINEL, B 100 pL 25.0 mg/mL ({73 DMSO fif#NE 900 L 20% [ SBE-B-CD ZE
HEAOKI T, RIS .

3AHKF R INAEFE R 10% DMSO  —~90% corn oil

Solubility: = 2.5 mg/mL (4.66 mM); Clear solution

ET7 S AERAS 2 2.5 mg/mL (4.66 mM, HEFIEEARST) MOEIEEIL M7 SRANE T SRR A HTE A A LR
SEH.

BL1mL TAERH], B 100 pL 25.0 mg/mL [ DMSO f§ &% 900 uL Fkieh, RE#H4.
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Kinase Assay

NQO2 (0.5 pM) is incubated with the substrate mitomycin C (50 pM) and four different Dabigatran
concentrations in 100 mM potassium phosphate buffer (pH 5.8) at room temperature for 5 min prior to the
addition of NADH (in increasing concentrations) as a cosubstrate and photometric monitoring at 340 nm for
30 min at rt. Ki values are determined. Data generated are used to calculate the IC50 of inhibition of NQO2

activity[1].
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