Description of the invention of the molecule

Chemical Denomination

N1-[1-2(Furylcarbonyl)-1,2,3,4-Tetrahydro-4-Quinolinyl]-N1-Fenyl-2-(4-Phenylpiperazine)Acetamide

Bruto formula

C34H36N4O2
C(76,66%)H(6,81%)N(10,52%)O(6,01%)

Developed formula

[image: ] 
Physical properties

Molecular weight: 532,67524
Molar Volume: 447,2 ± 3,0 cm3
Density : 1,190 ± 0,06g/cm3
Polarizability : 63,20 ± 0,5.10-24
Refractive index: 1,631± 0,02
Proton nuclear magnetic resonance: the interpretation table of chemical shift δ,  Part-per Notation
1.14 d(3H,CH3) ; 2.06 m(2H,THQ) ; 2.25 s(3H,CH3) ; 2.32 s(3H,CH3) ; 2.82 m(4H,2CH2-Piperazine) ; 3.21 m(4H,2CH2-Piperazine) ; 4.11 m(2H,THQ) ; 4.71 s(2H,CH2) ; 6.06 t(1H,Furyl) ; 6.24 d(1H,Furyl) ; 6.46 d(1H,Furyl) ; 6.72-7.98 m(12H, Arome).
d: doublet, s: singulet, m: multiplet, t: triplet

Synthesis Schema

     The Schema that was developed by us is the following:
 The production of 4-Aniline-1,2,3,4-Tetrahydroquinolines by the condensation of anilines substituted with Acetaldehydes at 00C in ethanol following the reaction:
[image: ]
The difference in the Endo and Exo-cyclic reaction capacity of the Nitrogen atom allows a selective modification of the mentioned molecule (Acetylation, Carbamylation) under lighter conditions (Tetrahydrofuran, room temperature). The reaction takes place through the endocyclic nitrogen atom, bringing the reagents to a boil in Dioxane or Toluol.
  The transformation chain established in the said discovery is shown in the following schema:
[image: ]
Figure 2 and 3: R = H or R = CH3

Final Figure: R = CH3 or [image: ]or [image: ] or [image: ] or [image: ]or [image: ]

BIOLOGICAL ACTIVITY

     Intra-peritoneal injection of 1% acetic acid in mice with an average weight of 20g causes a pain syndrome which results in characteristic contortions of the stretching movement type of the hind legs and back muscle. ventral. These contortions in the form of spasms are observed, after the injection of 1% acetic acid, for 20 minutes of the number of spasms on average.

        The test substance is injected 15 minutes before the injection of acetic acid. The percentage reduction in spasm (percentage of protection) is calculated according to the following formula:
%protection= x100
     The preparation of the substance to be injected with a volume of 0.2 ml in the form of a 0.1% solution, ie 40 mg / 10 ml, which represents a dose of 10 mg / kg for a 20 g mouse. The substance was injected 15 minutes before the injection of acetic acid intraperitoneally. We observed an average spasm of 5.5 for 20 minutes.
The percentage of protection= X 100 = 84,28
The ED50 effect corresponds to a single dose of 5.5 mg / kg

     The Nalorphinic test: We injected Nalorphine (a morphine inhibitor) via a vein 10 minutes after the injection of the molecule studied and after observing the peak of its analgesic effect. Nalorphine was injected with a dose of 5 mg / kg, ie 0.1 mg for a 20 g mouse. Immediately after the injection of Nalorphine, the spasms resumed from 17 during the remaining 10 minutes which brings the number of spasms for a period of 20 minutes to 20. This shows that the percentage of protection therefore decreases the molecule. studied is a major opioid drug.
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