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Figure 1. ESI-MS spectrum of compound D1
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Figure 2. FT-IR spectrum of compound D1
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Figure 3. H-NMR spectrum of compound D1



(42,72,10Z,13Z,16Z,19Z)-N,N-bis(2-hydroxyethyl)docosa-4,7,10,13,16,19-hexaenamide
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Figure 4. ESI-MS spectrum of compound D2
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Figure 5. FT-IR spectrum of compound D2
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Figure 6. 'H-NMR spectrum of compound D2
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Figure 7. ESI-MS spectrum of compound D3
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(42,72,10Z,13Z,16Z,19Z)-N-(4-hydroxyphenyl)docosa-4,7,10,13,16,19-hexaenamide (D4)
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Figure 10. ESI-MS spectrum of compound D4
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(4Z2,72,10Z,13Z,16Z,19Z)-N-phenethyldocosa-4,7,10,13,16,19-hexaenamide (D5)
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Figure 13. ESI-MS spectrum of compound D5
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Figure 14. FT-IR spectrum of compound D5
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(4Z2,72,10Z,13Z,16Z,192)-1-(4-methylpiperazin-1-yl)docosa-4,7,10,13,16,19-hexaen-1-one
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Figure 16. ESI-MS spectrum of compound D6
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(4z2,72,10Z,13Z,16Z,19Z)-N-(2,3-dihydroxypropyl)docosa-4,7,10,13,16,19-hexaenamide
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Figure 19. ESI-MS spectrum of compound D7
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(4z2,72,10Z,13Z,16Z,19Z)-N-(2-aminoethyl)docosa-4,7,10,13,16,19-hexaenamide (D8)
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Figure 22. ESI-MS spectrum of compound D8
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(9Z,12Z)-N-(2-hydroxyethyl)octadeca-9,12-dienamide (L1)
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Figure 25. ESI-MS spectrum of compound L1
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Figure 26. FT-IR spectrum of compound L1
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(14-2,L.2): (9Z,12Z)-N,N-bis(2-hydroxyethyl)octadeca-9,12-dienamide (L2)
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Figure 28. ESI-MS spectrum of compound L2
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Figure 29. FT-IR spectrum of compound L2
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(9Z,12Z)-1-morpholinooctadeca-9,12-dien-1-one (L3)
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Figure 31. ESI-MS spectrum of compound L3
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Figure 32. FT-IR spectrum of compound L3
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(9Z, 12Z)-N-(4-hydroxyphenyl) octadeca-9,12-dienamide (L4)
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Figure 34. ESI-MS spectrum of compound L4
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(9Z,12Z)-N-phenethyloctadeca-9,12-dienamide (L5)
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Figure 37. ESI-MS spectrum of compound L5
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Figure 38. FT-IR spectrum of compound L5
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(9Z,12Z)-1-(4-methylpiperazin-1-yl)octadeca-9,12-dien-1-one (L6)

WAM)LN
L
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Figure 40. ESI-MS spectrum of compound L6
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Figure 41. FT-IR spectrum of compound L6
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Figure 42. 'H-NMR spectra of compound L6
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(9Z,12Z)-N-(2,3-dihydroxypropyl)octadeca-9,12-dienamide (L.7)
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Figure 43. ESI-MS spectrum of compound L7 (m/z: 354 (M+H)")
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Figure 44. ESI-MS spectrum of compound L7 (m/z: 376 (M+Na)*)
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Processed IR spectrum
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Figure 45. FT-IR spectrum of compound L7
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Figure 46. 'H-NMR spectra of compound L7
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(9Z,12Z)-N-(2-aminoethyl)octadeca-9,12-dienamide (L8)
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Figure 47. ESI-MS spectrum (negative mode) of compound L8
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Figure 48. ESI-MS spectrum (positive mode) of compound L8
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Processed IR spectrum
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Figure 49. FT-IR spectrum of compound L8
42



Hosseini)

(Dr.

Kobarfard Mh- 97-135-L3

Dr.

1H NMR-

eLL”
06L"
908"

LT’
S81”
LeT”
eve”
=2
gLE”
66E°
£Ir”
SER”

G9L°
£T6°
a6 "
956"
696"
S86°

59°
oLe”
£89°

1%6°
856"
TLE"
L86"

0.6 ppm

1.6 1.4 1.2 1.0 0.8

1.8

2.0

26 24 2.2

28

3.0

|

K

g8l
LET"
cve”
¥og”
8LE"
66E°
£€IF”
SEF”
S9L”
€26 °
0pe "
986"
696"
586"

o e A o o

N ‘ N =

289°
0L9"
Z89°
6"
866°
TLE®
Lge”
T8E"
0TF"
0FF”

MMM NNNNNNN

£oe”
Lie”
Tee”
LFZ®
Lse”
892"
28e”
£62°
T1E"

W W W W0 W W W W0

gL L
GELTL—=

hwﬁ.h\.

|

75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 15 1.0 ppm

8.0

=1g€

0g'el

9L'e

s
—261

Figure 50. 'H-NMR spectra of compound L8
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Table 1: Binding affinity of the synthesized compounds.

Compound Structure Binding affinity (Kcal/mol)
1Q1M 1T4J
o
P\ NN N
D1 H 6.3 6.2
/\:/WW\:/\iNNOH
D2 6.2 6.5
o
MMN
D3 Qa -6.0 -6.8
0
A AmAmAEAA=A~A Y Y
D4 © 6.5 6.9
OH
o @
D5 = eI e e N -6.1 -8.0
0
A~~~ e~
D6 h 5.7 6.9
0
A~~~ A~~~
D7 N oH 5.7 6.5
Q (~NH
Ao AN A AN
D8 N~ NH2 55 6.3
O
N NN
L1 NO" 5.4 5.9
o)
S S U N e
L2 N 5.8 5.6
OH
A/\/T\/\/\/\i
L3 T OO 5.3 5.9
OH
o
L4 WWWN/G/ -6.0 -6.4
L5 WW:\MK”N@ 6.0 6.7




L6 WWLN 63 6.1
i N
L7 WWKN/\OF?OH 5.7 -5.9
0
L8 W:\/:\W)J\N/\/NHZ 51 58
DHA MOH -6.3 -5.8
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