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Figure S1: FTIR Spectrum of 5
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Figure S2: *H-NMR (300 MHz, DMSO) Spectrum of 5
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Figure S3: FTIR Spectrum of 8
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Figure S4: *H-NMR (500 MHz, DMSO) Spectrum of 8
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Figure S8: FTIR Spectrum of 9
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Figure S10: **C-NMR (125 MHz, DMSO) Spectrum of 9
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Figure S11: ESI(+)-MS Spectrum of 9
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Figure S14: HFTIR spectrum of 10
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Figure S20: FTIR spectrum of 11
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Figure S21: *H-NMR (500 MHz, DMSO) Spectrum of 11
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Figure S22: *C-NMR (125 MHz, DMSO) Spectrum of 11
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Figure S28: *C-NMR (125 MHz, DMSO) Spectrum of 12
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© 2022 ACG Publications. All rights reserved.

25



IDB-MNitro 21

1 C:\Users\idemirbolat\Desktop\Datalar

14,9933

[rel]

T
14

12

T
10

T
200

Figure S34: *C-NMR (125 MHz, DMSO) Spectrum of 13

© 2022 ACG Publications. All rights reserved.

50

26



9000000

8000000

7000000-]

£0000004

5000000]

4000000

3000000

20000007

207.00

1000000

17905

45 15
F 0. 1D

478.20

33.30

100 200

L A S L S I S
300 400 500 600 700

Figure S35: ESI(+)-MS Spectrum of 13

© 2022 ACG Publications. All rights reserved.

——
800

——
900

m/z

27



13000000

A4
SFIR.L

120000004

11000000

100000004

9000000

80000004

7000000}

6000000+

5000000

4000000

3000000

20000004

490.15

1000000

1 T T T T T T T
100 200 300 400 500 600 700 800 900

mAU

i w PDA Multi 1 254nm 4nm

12,932
3.413
3.755
4.182

0.0 25 50 75
min

Figure S37: HPLC chromatogram of 13

© 2022 ACG Publications. All rights reserved.

28



|-
INEE—

o
~
£
|
p—
s

v 0 I v v 0 v I v v v I 0 v v 0 I v v v v I v (T I 0
“poon 2500 2000 2500 Zooo 1500 1000

1rem

Figure S38: FTIR spectrum of 14

<)
BRUKER
(<D

Current Data Parameters
IDB-MSUL
10

CNO

F2 - Acquisition Parameters
20 5

i usec
|

1K
| 1. sec

=

1\,.\_4.1], N

MU

T T T T T T T
15 14 13 12 11 10 9

T T T T T
8
/j A
(=] (=]
= -
- -

6 5 4 3
e ® eERR

Figure S39: *H-NMR (500 MHz, DMSO) Spectrum of 14

~

© 2022 ACG Publications. All rights reserved.

29



IDB-MSUL

11 1 C:\Users\idemirbolat\Desktop\Datalar

g
Fw
Fw
-
e
o
L
o @/gwi ‘q oloT|(@] N @ ~Bo| | o [
g-wﬂ:ﬁ::m% i ﬂ—-; E: Dt ) o (St g ittt — O
g 3Bl ds| =<8 &8 2 SHEEINCS
— EL .l kot . S S .
200 150 100 50 [ppm]

Figure S40: *C-NMR (125 MHz, DMSO) Spectrum of 14

© 2022 ACG Publications. All rights reserved.

30



17000000

160000004

15000000

140000003

130000004
12000000

11000000

10000000

5000000

SDDDDOOé
7000000%
GOOOOOOE
SOUUOOOE
4000000%
3000000%

20000004

1000000

‘1‘.71.15

41011

702.15

979.35

100

——
200

L S WL WAL L B
300 400 500 600 700

Figure S41: ESI(+)-MS Spectrum of 14

© 2022 ACG Publications. All rights reserved.

——
800

——
900

m/z

31



18000000
170000003

16000000

15000000

140000004

13000000

12000000-]

11000000

10000000

9000000

80000004

7000000

6000000
5000000+

4000000

30000004

2000000

1000000+

AQQ 18]
F00.1

S
977.25

100

mAU

——
200

L e e L s e s e e LA S s s s e
300 400 500 600 700 800 900

Figure S42: ESI(-)-MS Spectrum of 14

500

400

O]
o
?

1.466

@ PDA Multi 1 254nm 4nm

3.178

25 5.0 75
min

Figure S43: HPLC chromatogram of 14

© 2022 ACG Publications. All rights reserved.

32



2 g 2 E
|

L
=]

£

Figure S44: HPLC chromatogram of 15

<)
BRUKER
(<)

Current Data Parameters
NAME IDB-EH

T T T T
15 14 13 12 1

© 2022 ACG Publications. All rights reserved.

Figure S45: *H-NMR (500 MHz, DMSO) Spectrum of 15

33



IDB-EH 21 1 C:\Users\idemirbolat\Desktop\Datalar

[1241 x4 0z St [ S0 00-
| L L L o | | | | L L L
F
o
2
Lo
0LL9°G) b |
98v1°9) c8s’lm 0
1Z8EVT - m, T —
L606°EE - 68025
§5182¢ | Y—
seen | o 2
81Z8'6E 1 m.%w_ﬁ =
SLLEEC Qi gl
7686 65 = 2
8LL0°0% =
155107 ° O
¥arz0p ] -3 D
172807
LZLror nwu
968707 2ol
PBLEOF =
954709 7 O
3 )
| N
T
s =
o
- Lo
(q\]
SZTLLOLL — PBLL T )
€BELBLL - o
1£8G°6L) oLV b=
pEOV'EZL 22050+ >
800721 3 >
96.2°6Z) ~ trato
L£98"0EL ~ you P_V
£VET'8EL — W:mg L o]
6690°8FL ~ ‘WMKS. (@)
s gt
L¥Z0°951 ~ — T80 ®
m r s
6220991 — 00 nUu
LL
o
e
2

© 2022 ACG Publications. All rights reserved.

34



110000004

Q71 10

O7 I.=

426.25

10000000

9000000

8000000-]

7000000

6000000

5000000;

4000000

3000000

2000000

10000004

H O I A I L T '
100 200 300 400 500 600 700 800 900
m/z

Figure S47: ESI(+)-MS Spectrum of 15

© 2022 ACG Publications. All rights reserved.

35



4772 IR

F&LJ.1

13000000

12000000

11000000

10000000

9000000

8000000

7000000

6000000

5000000

4000000

3000000

483.20

2000000

1000000

— T T T T [ | T
100 200 300 400 500 600 700 800 900

m/z

Figure S48: ESI(-)-MS Spectrum of 15

mAU

PDA Multi 1 254nm 4nm

3.324
3.887
4.254
7.768
10.647

Figure S49: HPLC chromatogram of 15

© 2022 ACG Publications. All rights reserved.

36



|

0 I '
2500

' I '
Z000

_| L LJLL_J_ J

' I '
ZS00

0 I '
Zooo

Figure S50: FTIR spectrum of 16

147,17—

-

0 I '
1500

' I '
1000

1sem

<)
BRUKER
(><)

Current Data Parameters
NAME IDB-ECl
EXPNO 2

PROCNO

F2 - Acquisition
Date_ 2

T T T T T T T T T T T T T T T T T

15 14 13 12 11 10 9 7 6 5 4 3 2 1 0 2 ppm
B g A dpeee
- ) P o al=| B~ o] |3

Figure S51: *H-NMR (500 MHz, DMSO) Spectrum of 16

© 2022 ACG Publications. All rights reserved.

37



1 C:\Users\idemirbolat\Desktop\Datalar

-EC1 24

DB

I

0z sl )] 50 00-
L | | L L L L | L L L L | L L L L
[809°G) ~ =N
6ac Lol / Lid
)
$906°¢E — wmv_..v
6ZEL LE = ST
1592°09 — 0812 b
£80L°0LL — SYE6Z b
LOPL'BLL ~ WZ.T
v9zL'LZL ~ 550 O
285t STk < VY G
695" L1 ~ Ari90
9661621 - Sorezt
£798°0€} - -
$981°881 — 0L°0]
6490°8%1 ~ wﬁ;
L6ES 051 — mc:mw
SS8L°ZS1 uv 35y
0£10°951 — 4L
8472991 — mcc‘_v,

38

[ppm]

100

150

Figure S52: *C-NMR (125 MHz, DMSO) Spectrum of 16
© 2022 ACG Publications. All rights reserved.



9000000

8000000

7000000

6000000

5000000

40000004

3000000

2000000-]

10000004

L 178.95

45915

481.15

939.30

100

[
g 1—207.10

— —
300 400 500 600 700

Figure S53: ESI(+)-MS Spectrum of 16

© 2022 ACG Publications. All rights reserved.

800

T
900

m/z

39



3000000+

mAU

AST D
45720

493.15

——— T — — 7T
100 200 300 400 500 600 700 800 900
m/z

Figure S54: ESI(-)-MS Spectrum of 16

PDA Multi 1 254nm 4nm|

16.593

Figure S55: HPLC chromatogram of 16

© 2022 ACG Publications. All rights reserved.

40



(0 (0 (0 (0 1 (0 (0 (0 (0 I (0 (0 (0 (0 1 (0 (0 (0 (0 I 0 (0 0 (0 I (0 (0 (0 I (0
Eliluln} 500 3000 2500 2000 1500 1000
1szm

Figure S56: HPLC chromatogram of 17

<)
BRUKER
(><)

Current Data Parameters

Pl
PLW1

T T T T

15 14 13 12 11 10 9 8 7 6 5 4 3
) I N
| EERE [ EER
- ciloi| S o ~|=||ai

Figure S57: *H-NMR (500 MHz, DMSO) Spectrum of 17

© 2022 ACG Publications. All rights reserved.

41



IDB-ETFE 13 1 C:\Users\idemirbolat\Desktop\Datalar

l1a1] 0z gl [ 50 00"
| L L L L | L L L L | L L L L | | L | L —_
E
Q.
L=
e
LLLYGL B
seplL gL - 514
618E 4T — JME:Y
00L6EE — - Wm.w
75698 — 8Byl
== L
=
w
LhLZ'09 — E— §895 LT
o
| —
=
1
LELLObL ~ oder I
0SLLSLL -
6156°SLL or
86EL6L1 ~ 1092 1|
PEEEITL T U5vU Y]
L96E°LZL LIoo
zestezl - mu
Trog'0El — Ze08 b=
BLY9'SEL — SRl
8890°8¥) ~ _ wq‘
#9505 ) p— T
£9.1'251 —roeuy
1£20°98L — ——1{ 7
?1£9°LGL o al
6855651 / Elaaatd
£696'59) — omao.nl
s
E 4
o
e
3
3 L

Figure S58: *C-NMR (125 MHz, DMSO) Spectrum of 17

© 2022 ACG Publications. All rights reserved.

42



9000000

80000004

7000000-]

6000000

5000000-]

4000000

30000004

2000000]

1000000

5

442 1

=1

007.35

100

—
200

N L L L I S
300 400 500 600 700

Figure S59: ESI(+)-MS Spectrum of 17

© 2022 ACG Publications. All rights reserved.

——
800

——
900

m/z

43



7000000- I
£000000
5000000
4000000
3000000
2000000
1 -
] =
[’-_
] -
1000000
L L L L L L WL LA AL W 1
100 200 300 400 500 600 700 800 900
m/z
Figure S60: ESI(-)-MS Spectrum of 17
mAU
2000~ 2 PDA Multi 1 254nm 4nm
] ¥
J i
J ‘\
1500~ M
| ‘\
] \‘
1000 [
] |
4 ‘ |
500 ||
. \
4 [ ©
.. [Te} (=]
T | | N~ <o}
b [ © o
0 - - _/‘_‘; © —
‘ — ‘ —r— —— .
0.0 2.5 5.0 7.5 10.0 12.5

Figure S61: HPLC chromatogram of 17

© 2022 ACG Publications. All rights reserved.

44



an —j
%=T
a0 —|
70—_
G0 —j
: §
] = #
: s
<0 — ’
. @
=0 —
7 1 T T 1 T 1 T 1 T T 1 1 T T 1 1 T T T T 1 T 1 T T 1 1 T T
Elalnli} aI500 a000 2500 Z000 1500 1000
1rem
Figure S62: HPLC chromatogram of 18
| Current Data Parameters
NAME IDB-EBr
EXPNO 2
PROCNO 1
| F2 - Acquisition Parameters
Date_ 20210715
Time 11.45 b
( INSTRUM Avance
2151574_0023 |
2g30
65536
DMsSO
32
2
| r ‘ 10000.000 Hz
( 0.305176 Hz
\ 7999 sec
86.2245
50.000 usec
| 11.14 usec
p 298.2 K
| | | 1.00000000 sec
1
| 500.1330883 MHz
| ‘ | 1| 1H
| Iy ) i | I : 2.67 usec
1 8.00 usec
BTH1 26.35400032 W
F2 - Processing parameters
51 553
sF 500.1300000 MHz
WOW EM
55B 0
LB 0.30 Hz
GB Q
‘ J £l 1.00
i
A . ; A JL WA S
T T T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 0 ppm

T
1
\

@
.
"

| pEE [ NN B

Figure S63: *H-NMR (500 MHz, DMSO) Spectrum of 18

© 2022 ACG Publications. All rights reserved.

45



IDB-EBr 24

1 C:\Users\idemirbolat\Desktop\Datalar

w0 @omo v WM ONOo O
- WS @ WM Vo= I @ © @ - 9o
0 —@rg @ Cw WMo o ~ @~ © Qo
o ovwo 1 @ WO = © w o ~ <o
© =11 @ NG ©OToOw o o ~e <one
© wnS @ ME NN = =] (] < G
- —— - e e e @ © @ N e
| [ | sl | (I | S

4 4400

[rel]

T
3.0

T T T \\‘-/ T - TF' T
1]

200

)
15

Figure S64: *C-NMR (125 MHz, DMSO) Spectrum of 18

© 2022 ACG Publications. All rights reserved.

46



&
1 w
4000000 by %
3000000
2000000
1 =
1000000 A &
1 o
| _ *
] g\‘ 5 (2]
= : r;
9 &4 8 =~
-r =T S R —
= - w
LT |
T T I I T T I I T T
100 200 300 400 500 600 700 800 900

Figure S65: ESI(+)-MS Spectrum of 18

© 2022 ACG Publications. All rights reserved.

miz

47



1200000 S
] o
E <
k| u
1100000
1000000
900000
800000+
700000+
600000
500000
] S
400000 =
] =N
3 2]
] )
300000
200000 & =
R =
1= *®
100000 '
10 200 360 400  soo &0 700 800 900
m/z
Figure S66: ESI(-)-MS Spectrum of 18
mAU
B 3 PDA Multi 1 254nm,4nm
4 "‘P\,
150- e
B [l
4 [l
i i
i i
100+ [
4 ‘ ‘
- ‘l
i | “
7 |
50+ [
1 [
] [
[
4 e} [
5 o
J < |
0 oo < \
‘ — —— —r— —— — ———
0.0 25 5.0 7.5 10.0 12.5 15.0 17.5 20.0
min
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Figure S73: HPLC chromatogram of 19
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Figure S94: ¥*C-NMR (125 MHz, DMSO) Spectrum of 23
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Figure S95: ESI(+)-MS Spectrum of 23
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Table S1: ADMET profiles of compounds 9-26.

MW

LogS

TPSA

Comp. (@/mol) LogPow (ESOL) n-ON n-OHNH n-ROTB A %ABS” lefcis;i;,;gzle Mutagenic  Tumorigenic
9 410.53 3.76 -4.85 4 1 9 94.34 76.45 - none none
10 444,98 4.14 -5.44 4 1 9 94.34 76.45 - none none
11 428.52 3.95 -5.01 5 1 9 94.34 76.45 - none none
12 489.43 4.28 -5.76 4 1 9 94.34 76.45 - none high
13 455.53 3.04 -4.91 6 1 10 140.16 60.65 - none none
14 489.61 2.34 -4.32 7 2 10 162.88 52.81 - none none
15 424,56 3.99 -5.05 4 1 10 94.34 76.45 - none none
16 459.00 4.53 -5.64 4 1 10 94.34 76.45 - none none
17 442,55 4.32 -5.21 5 1 10 94.34 76.45 - none none
18 503.46 458 -5.96 4 1 10 94.34 76.45 1 (MW>500) none high
19 469.56 3.27 -5.12 6 1 11 140.16 60.65 - none none
20 503.64 2.87 -4.52 7 2 11 162.88 52.81 1 (MW>500) none none
21 472.60 4,95 -6.28 4 1 10 94.34 76.45 - none none
22 507.05 5.52 -6.87 4 1 10 94.34 76.45 2 (MW>500; logP>5) none none
23 490.59 5.26 -6.44 5 1 10 94.34 76.45 1 (logP>5) none none
24 551.50 5.61 -7.19 4 1 10 94.34 76.45 2 (MW>500; logP>5) none high
25 517.60 441 -6.34 6 1 11 140.16 60.65 1 (MW>500) none none
26 551.68 3.77 -5.75 7 2 11 162.88 52.81 1 (MW>500) none none
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