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1.1 'THNMR, BCNMR Spectra of the synthesized compounds
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Figure 2: BCNMR of compound al
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Dr. Jamshed PHM.443.fid — HT-42/DMSO-d6/Saqib/Dr. Jamshed Igbal/CUI-ATD

- 12000
11000

10000

9000
8000
- 7000
- 6000
5000
4000
3000
2000
1000
-1000

OSWQ 6+°2 1
0SWQa 6+°T
0SWQ 052
0SWQ 0527
oswa1sz’

L

OGHSEE

98'9
88'9 1
ob'L
78
WL
e
L
£b'L
6941
ocey|
104
e
wied
e’
9787
9zs
828
878 ] ﬁ
s8]
9¢'g |
L£81
L£81
6b'8 1
058 1
158
7581
1161
116
706 1
061

6201

L Yoz
#10°C
20T

20'1

e 200'1

o7

6670

— )

=S=0
HN
a8

f1 (ppm)

THNMR of compound a8

Figure 13



- 2000
1900
~ 1800

- 1700

- 1600

- 1500

- 1400

- 1300

~ 1200

~1100

~ 1000

~900

~ 800

=700

- 600

- 500

400

=300

=200
~100
~-100
--200

OSWa €€76€ /

OSIA LG 6C

oS VOt

0SWa mm.m;

VOoNnu JUUC \“

OSWa ZT o_g

OSWQ £E°0

0SWa 850t

17188 —

T
90

T
100

10

Uo n«._,/
i\

orect

\

(pPm)

!
98'821
6L'2€T\

T6¥ET 7
J

nccer

Ral/CYI-ATD

vc ICcF

Sy ZeT
b6'LET ]

i

60°EpT
86'TST

0Z'8€T “\
J

2po

Dr. Jamshed RHM|444.fid ++ [HT-42/DMSO-d6/Saqib/Dr. Jamshed I

T
230

BCNMR of compound a8

Figure 14

Compound a9

Jamshed Igbal/CUI-ATD

Jamshed PHM.445.fid — HT-44/DMSO-d6/Siraj/Dr.

Dr.

14000
13000

12000

11000

=10000

-9000

8000
7000
6000

= 5000

4000
~3000
~2000
1000

-0

=-1000

0SWQ 652

OSWQ 657

OSWQ 052~}

0SWQ 052
0SWQ 05°Z

OQH 98—

we

£TL

sT'L

95°,

(5L

85,

85,

892

69°L

0Ll

12t

v}

9L LA

8LL-

628

0es

1€°8 ﬁ

€8 kﬁ

L
t

('8
8'8
6v'8 1
098
98
e8],
80°6 |
60°6
606
0T’
86°0T I

o

0=8
HN

a9

RE0°T

660

L0

10

1 (ppm)

Figure 15: 'NMR of compound a9



S 8 8 g g 8 8 &8 8 o g
g 2 ¢ &5 g & 8§ &5 5 3 4 R
n 1 n 1 1 1 1 1 1 1 1 1 n 1
LO
Le
LS
OSWa €£'6€
0SIa mm_i ; L3
0SWa E.mi
OSWA-56'6€ [ L
OSWOIF07]
0SWa £€°0 | B
OSKERS O -
o
L2
L3
kS
Ls
0£'S0T — — R
£9'811 =
0T'61T | -
U~ ] -
8 §1°971 — o
I 96'g7T a
5] oy —
s oreet % — K
T 78°¢ET —
AR ; g
£ 8rser :
. 16°LET 8
N N6 7Z:T
m o
& 90°¢CHT a5
3 hedd
° £0°CST
3 3
]
¥ '3
X )
[ °
2 3
S
3 K
W &
kel o
9 23]
;
8 o
; B

BCNMR of compound a9

Figure 16

Compound al0



Jamshed Igbal/CUI-ATD

Jamshed PHM.347 fid — HT-46/DMSO-d6/Saquib/Dr.

Dr.

= 15000
= 14000

~ 13000

~12000
~11000
= 10000
~9000
8000
~ 7000
~6000
~ 5000
~ 4000
~=3000
= 2000
= 1000

-0

~-1000

59°0
890
0L0
120
£L0
bL0
90
(60
66'0
007
107
201
571
9T'T
[
87’1
671
60T
157
4
€57
b1
55T
o4
a4
OSWA 052
052
05T
957"
852
097
OCH tE'E
e
bTL
ST'L
0LL
1L
wtL
€L
st
i
678
1€'8
bS8
55'8
958
(58
(06
(06
80°6

806

alo

f1 (ppm)

'THNMR of compound al0

Figure 17

o o o o o o o (=} (=} o o
o (= o (= o (= o (=] o [=] [=] o
] R < ? @ R ] ] a S ? 2
n 1 n 1 1 1 1 1 1 1 1 1 1 1
O
S
mo.mmz
TE'9T | o
660¢ =
89 P,m o
OSWQa ¥€'6€ [m
OSWQ SS°6€ y _
0SWQ 96¢ ¥
OSWQ £6°6€ ﬁ
OSIa 8T°0F - L3
USIWU be Uy
OSWa 09°0% L3
[
o
r~
3
&
&
] ~
reE
g
00T / m i
B b
= A - o
g 01 ﬁmﬁ\
g o0ver - K
o U89¢T -
e —OG /T \ g
: u.mwi\ -
p 8151 o
[a)] [
M -
3 2
ur =i
w -
3
2 L&
W -
2 3
W [
| o
2 rR
a
o) S
s R
I
o
kel o
= Fa
£
8 o
: Fa

BCNMR of compound 10

Figure 18



Compound all

HT-48/DMS0-d6/Siraj/Dr. Jamshed Iqbal/CUI-ATD

Jamshed PHM.449.fid

Dr.

11000
t 10000

9000

8000

- 7000

- 6000

+ 5000

4000

+- 3000

{2000

f- 1000

L -1000

OSWa 6T
0SWa 6¥'T
0SWQ 08T
0SWQa 05T
OSWQ 18°C
OQH SE'E
ST'9

§T'9

97’9

Le9

L9

L9

8C°9

S¥'9

S¥'9

St'9

Lr9

Lr'9

JA°]
159
15'9
759
189
£8'9
5891
69'L1
0rL
1047
12
1
e
erL
£t
5781
57’8
[z
(78
€68
£6'8
se's]
s8]
05'8
05'8
758
758
s
£1'6
£1'6
bI'6

1€'6 |
¥6'6

S=0
HN

OH

—

all

80

f1 (ppm)

"THNMR of compound al 1

Figure 19

- 1400
- 1300

- 1200

~1100

~ 1000

=900

~800

=700

~ 600

- 500

400

=300

=200

~100

~-100

N1 LR ey

el

OSWGEE

6¢
0OSIQa £6°6€

OSWa v£'6€

OSWd 9T°0%

ocha /en

T

i

50

USWNOZc UV

OSWQ 85°0F

,f
J

i

[

VN TR

WY

i
]

bt

—

T
il 0

)

b

(o]

L (pp!

T
12

it

I
i

e

vl

Jamshed Igbal/CUI-ATD

=

bh'LET ]
szect]

A
!

QZ'€bT

aj/Or.

g

I
T

|

[70

i

il

i
i

T
180Q

WA

T T
200 190

0

2

ed PHM{450.fid — HT-48/DMSO-d|

220

Dr. Jam:

T
230

BCNMR of compound al 1

Figure 20



Compound al2
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Compound al4
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Compound al5
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Figure 26: >*CNMR of compound al5
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Compound 18
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1.2 FTIR analysis
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Figure 34: FTIR graph of compound a2
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Figure 36: FTIR graph of compound a4
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HPLC Chromatogram

SHIMADZL

. Labsolutions Analysis Report

<Sample Information>

Sample Name : Sagib HT37-1 by Zubair
Sample ID :SHT37-1-12
Data Filename : Saqgib HT37-1by Zubair Data1.lcd

Method Filename : Saqib HT35-1 by Zubair.lem
Batch Filename -

Vial # :1-1 Sample Type : Unknown
Injection Volume : 20 ulL
Date Acquired :10-Jan-24 7:21:03 PM Acquired by : System Administrator
Date Processed : 10-Jan-24 7:31:14 PM Processed by : System Administrator
<Chromatogram>
mAU
Ly . Detector A Channel 1 254nm
100+
501
o -
T T L]
0.0 2.5 5.0 7.5

Figure 51: Chromatogram of compound a5
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. Labsoltions  Analysis Report

<Sample Information>

Sample Name : Sagib HT35-1 by Zubair
o 'Sm'35-12 S

Sample ID

Data Filename - Sagib HT35-1 by Zubair Data1 led

Method Filename : Sagib HT35-1 by Zubair.lcm

Batch Filename
Vial # 2141 Sample Type - Unknown
Injection Volume : 20 uL
Date Acquired : 10-Jan-24 3:04:44 PM Acquired by : System Administrator
Date Processed : 10-Jan-24 3:19:56 PM Processed by : System Administrator
<Chromatogram>
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4
¥
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1 ol 5, |
: ) K
0 —— e,
00 25 g > 100 125

Figure 52: Chromatogram of compound a3



* SHIMADZU

. Labsoltions Analysis Report

<Sample Information>

Sample Name = b HT36-1 by Zubair

s:mg (3) - sr'-#ssqz o

Data Fllename : Saqib HT36-1 by Zubalr Data1.ked
Method Filename : SaqId Sampie Dy Zudalr HT3S.cm

avm o Sample Type Unknown
= E m TUn
Volume :©20ul
Date Acquired : 10-Jan-24 £:03:15 PM Acquired b : System Administrator
Date Processed - 10-Jan-24 £:32:27 PM Pmsseoyoy : System Aoministrator
<Chromatogram>
mAU
Detecior A Chggnel 1 254nm|
300~
zoo-j

i

5526

8789
M

7.8

I s 10 15 20 i3
min

Figure 53: Chromatogram of compound a4



Table 1: The docking scores of synthesized compounds on MAO-A, MAO-B, AChE, and BChE

Molecule MAOA | MAO A | AChE | BChE
| S value (kcal/mol)

al. 876 0.87 -8.18 -3.18
a2. 8,50 873 -7.43 -4.88
a3. 855 .65 -7.03 -3.70
ad. 862 .94 -8.18 -4.02
as. 10.40 973 -5.78 -4.84
a6. 996 0,57 -7.46 -7.68
a7. 879 748 -3.57 -3.88
as. 851 .59 -2.97 -3.55
a9. 858 0.88 -4.15 -2.48
a10. 836 941 -7.13 -2.58
all. 936 10.52 -8.88 -6.48
a12. 739 10.57 -7.38 -6.59
a13. 876 10,07 -6.59 -3.08
a14. 93 .49 -7.01 -6.89
a15. 941 843 -7.98 -2.88
a16. 754 703 -7.81 -4.36
a17. 8,90 819 -6.20 -3.31
a18. 854 8.60 -7.32 -5.38




Table 2: 1Cs, values of synthesized compounds against monoamine oxidase
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Table 3: ICs, values of synthesized compounds against AChE and BChE
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2D interaction of potent compounds
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Figure 54: 2D interaction of compound a5 left side MAO-A (a) and al2 right side MAO-B (b)
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Figure 55: 2D interaction of compound all left side AChE (c) and a6 right side BChE (d)



