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Description

NCT-501 is a potent and selective theophylline-based inhibitor of aldehyde dehydrogenase 1A1
(ALDH1A1), inhibits hALDH1A1 with ICs, of 40 nM, typically shows better selectivity over other ALDH

isozymes and other dehydrogenases (hALDH1B1, hALDH3A1, and hALDHZ2, IC5, >57 uM).

IC50 & Target

IC50: 40 nM (hALDH1A1)[2]

NCT-501 shows a 16% decrease in the Cal-27 CisR cell line at 20 nM concentration, though the difference

In Vitro
was not statistically significant[1].
NCT-501 (100 pg/animal; i.t.; every alternate day for 20 days) shows a 78% inhibition in tumor growth in
Cal-27 CisR derived xenografts[1].
Animal Model: 5-6 weeks old male Hsd: Athymic Nude-Foxn1nu (immuno-deficient-mice bearing
In Vivo Cal-27 CisR cells)[1]
Dosage: 100pg/animal
Administration: Intra-tumorally (i.t); every alternate day for 20 days
Result: Showed a 78% inhibition in tumor growth in Cal-27 CisR derived xenografts.
In Vitro:
DMSO : 2 28 mg/mL (67.22 mM)
*">" means soluble, but saturation unknown.
1mg 5mg 10 mg
Concentration
Preparing 1 mM 2.4008 mL 12.0042 mL 24.0085 mL
Stock Solutions 5mM 0.4802 mL 2.4008 mL 4.8017 mL
10 mM 0.2401 mL 1.2004 mL 2.4008 mL
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VBRI FEH]: 10% DMSO— 90% (20% SBE-B-CD in saline)

Solubility: = 1.25 mg/mL (3.00 mM); Clear solution

PET7 % n3k4 2 1.25 mg/mL (3.00 mM, YRS A AT I VAT .

B mL AR, B 100 ul 12.5 mg/mL %% DMSO fif#in%) 900 uL 20% ) SBE-B-CD 4
HEAOKER S, REWS.

2 5K P A IR VA 77 -
Solubility: = 1.25 mg/mL (3.00 mM); Clear solution

10% DMSO —90% corn oil




P75 K4S 2 1.25 mg/mL (3.00 mM, YEFIEEAGN) RIVETEIRH BT RANE A TS A R A B Bl
S o

DLt mL TAERCAH], B 100 L 12.5 mg/mL [¥)#{5 DMSO fi##UnE] 900 pL TR+, REEIS .

References

[1]. Kulsum S et al. Cancer stem cell mediated acquired chemoresistance in head and neck cancer can be
abrogated by Aldehydedehydrogenase 1 A1 inhibition. Mol Carcinog. 2016 Jul 6.

[2]. Yang SM, et al. Discovery of NCT-501, a Potent and Selective Theophylline-Based Inhibitor of

Aldehyde Dehydrogenase 1A1(ALDH1A1). J Med Chem. 2015 Aug 13;58(15):5967-5978.




