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Chemical Molar Mass Yield Melting
No. The compound name Structure ) Colour
formula g/mole % point(c°)
2-((3-0x0-1,3- @TH_%_/
1. diphenylpropyl)amino) e, C17H17NOs3 283 80 50-52 Yellow
acetic acid l
HO/ \O
2-((3-(4-chlorophenyl)-1- °2NOT“_C”Z_C
2. (4-nitrophenyl)-3- e, C17H15N205Cl 362.5 69.4 157-159 | golden
oxopropyl)amino)acetic acid /l\
2-((1-(4-hydroxyphenyl)-3- HOOTH_CHZ_C/
3. 0x0-3-phenylpropyl) amino) SN, @ C17H18NO4 300 100 114.0-116.0 | white
acetic acid . /l\o
2-((1-(2-methoxyphenyl)-3- OCH_CHZ_ / Pale
-3- - | ]
4, 0x0-3-phenylpropyl)amino) HN\THz @ C18H19NO4 313 81.6 56.0-58.0 yellow
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Comp No. A Amax (nm) Emax
dm3.mol-l.cm!
1. 1.950 420.00 19500
2. 2.105 300.60 21050
3. 3.450 310.40 34500
4. 2914 343.00 29.140
5. 2.120 365.20 21200
6. 1.986 400.60 19860
7. 2.166 320.00 21660
8. 1.455 371.20 14550
0. 1.309 486.40 13090
10. 1.815 382.80 18150
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LS jally Anaal) Aia¥) alaal) g (RMSD) il paid a1 Sial) Jana g dast j3ll A8l ad (4) Jgaal

AG RMSD

N Amino Acid
° Kcal/mol | A0 mino Ad

Val (291),GIn(268),Lya(211),Thr(212),Phe(210),

1 | -11.4337 | 1.86
His(207),His(266),Tyr(286),Glu(454),Asn(262)

His(333),His(386),Asn(332),Glu(454),Thr(212),Lys(211)
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His(335),Asn(332),Thr(212),Phe(210),Tyr(148),

4 | -11.6540 | 1.67
Lys(211),His(207),Asp(450),Val(451),Val(447),Glu(454)

15l () ) ) il 823 a3 3 ¢(1.67-1.86A°) it on s 5 () RMSD o (4) Jsosll
ol il A8 A B LalS oy 5330 S )
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D sh ulal) A g gy Al dpaala il Gl sa gias Leilia () Talid (G el S all & 5a Jsa @150
(5) JSA (b eam o LS (A
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The research includes the preparation of four chemical compounds of
the new Aza Michael compounds using one of the methods of preparing
important organic compounds. The prepared compounds were
diagnosed and their structural bodies were confirmed using infrared
spectrum, ultraviolet visible spectrum, melting points and color. The
main objective of this research is to use the MOE (Molecular Operating
Environment) program to calculate the binding energy of a number of
Aza Michael compounds with the enzyme cyclooxygenase-1 (COX-1),
which is one of the oxidizing enzymes. The results showed that the
binding energy values varied between (-11.4337and- 14. 4504 Kcal/
mol). Whereas the root mean square deviation (RMSD) values ranged
from (1.67-1.86A°) which matches with a previous study in the
accuracy of the result. This study determined the amino acids
surrounding the compound. Which usually bind to with hydrogen bonds
or (arene- arene) bonds, to obtain a three- dimensional diagram. This is
to show that binding these compounds to the (COX-1) is in its most
stable structural formula. Moreover, how the electronic density is
distributed on the compounds and the surrounding amino acids (that
take position around the molecule of the compounds under study was
also determined, depending on their properties as acidic, basic,
hydrophobic (polar or nonpolar) amino acids.
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