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Entry Compound Name

Compound Structure

3 3,3’-((4-Chlorophenyl)methylene)bis(1-(4-
bromobutyl)-1H-indole)

4 3,3’-((4-Fluorophenyl)methylene)bis(1-(4-
bromobutyl)-1H-indole)

5 3,3’-(Phenanthren-9-ylmethylene)bis(1-(4-
bromobutyl)-1H-indole)

6 3,3’-(Naphthalen-2-ylmethylene)bis(1-(4-
bromobutyl)-1H-indole)

1-(4-Bromobutyl)-3-((4-chlorophenyl)(1-(4-
(4-(2,3-dichlorophenyl)piperazin-1-yl)butyl)-
1H-indol-3-yl)methyl)-1H-indole

11

Cl
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12

13

14

15

1-(4-Bromobutyl)-3-((1-(4-(4-(2,3-
dichlorophenyl)piperazin-1-yl)butyl)-1H-
indol-3-yl)(phenanthren-9-yl)methyl)-1H-
indole

1-(4-Bromobutyl)-3-((1-(4-(4-(2,3-
dichlorophenyl)piperazin-1-yl)butyl)-1H-
indol-3-yl)(naphthalen-2-yl)methyl)-1H-
indole

1-(4-Bromobutyl)-3-((4-chlorophenyl)(1-(4-
(4-(pyrimidin-2-yl)piperazin-1-yl)butyl)-1H-
indol-3-yl)methyl)-1H-indole

1-(4-Bromobutyl)-3-((4-fluorophenyl)(1-(4-
(4-(pyrimidin-2-yl)piperazin-1-yl)butyl)-1H-
indol-3-yl)methyl)-1H-indole
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8trifluoromethyl)phenyl)piperazin-1-

- 3,3’-(Phenylmethylene)bis(1-(4-(4-(3- %
yl)butyl)-1H-indole
N
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Compound 4
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Compound 5
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Compound 11

90;
: <
85} 5 ~
3 i b g 24gt
80: 2 ~ (‘:1. — : 4 o
[ 0 % = 5‘ 3
75: N o | 9
: o «
70: & 8
1 ‘o]
| 2 ~ N 3
| ~ " SR, o
65: Q M ISH R/ S 4
3 S OME o &
[ o W «
s 60: Q| 9T Edis -
> | o’ N HE R ~N
‘ N® TR S
5. Y- i8S S
: o9 1::\1‘_1 ™
50: ~ ® —
45! &' =
| © !
ol 8 ®
? S =
| %) —
35: © - -
‘ ~ 2 =
: Q ~ 9
{ <t ™
Soj — 2 N~
i —
400 30 300 200 2000 1500 1000
Wavenumbers (cm-1)
IR Spectrum of Compound 11
-6E+08
L 6E+08
~B6E+08
X / / / I 5E+08
I j / [ Il ]
- 4E+08
L4E+08
r4E+08
-3E+08
- 2E+08
L 2E+08
r2E+08
- 1E+08
5E+07
A A L,O
el DFD & & &' & L LI B L
O~ OO O o N o o O oNOOo
oe<daaa- o - < - < © o R RN -5E+07
T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1 (ppm)

'H-NMR spectrum of Compound 11

Page S13 ©ARKAT USA, Inc



General Papers ARKIVOC 2018, vii, S1-S24

N < O W MO N O N <+ 00 ©
oN VOMOT~ O OMN~NLUEMAN CDOMMWOVOTMONIINM®M 74E+08
© OB OO ®% D SNNC MO0 ON v
n TONNNNN—— OO NO—-OWOTOHONOD OO
- rrTrrrr T T T T oYe e LOLLTTTONOANNNNN
I e ) N RN s 3408
F3E+
r2E+08
F2E+08
r2E+08
r1E+08
I
I i ‘
oo | ! | L 5E+07
| 1 !
! |
I
| ‘Il ' ﬂ A “I }l.
v"v” r0
‘” ‘ r-5E+07
r-1E+08
F-2E+08
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

APT spectrum of Compound 11

«10 5 [Cpd 1: C41 H4Z Br CI3 N4; 1.824 121.05101 774.16542: + FBF Spectrum (rt: 1.816, 1.832-1.865_.
775.11992
7] ([C4T1H42BqCI3N4]+H)+
1.51
14
0.5 7599.16621
| ([C4TH4ZBrCI3N4]+Ma)+
o L.

750 755 750 785 770 775 750 785 790 795 800 805 810 815 820 825 830 835 840
Counts vs. Mass-to-Charge (miz)

QTof spectrum of Compound 11

Page S14 ©ARKAT USA, Inc



General Papers
Compound 12

ARKIVOC 2018, vii, S1-S24

9.

%T

o1:

87.

2922.01

2850.79
2160.15

2500 2000
Wavenumbers (cm-1)

1577.521549 79

1675.70161

1732.23

1239.83
1043.85 13 2

1168.781154.

1494.28 455 157 =

1000

a

IR spectrum of Compound 12

BD-16 -0170624

6.75=

 5E+08

r4E+08

r4E+08

r4E+08

3E+08

2E+08

r2E+08

r2E+08

r1E+08

5E+07

% s
o <
ERN N
T T T T T T
6.0 5.5 3.5 3.0

0 45
f1 (ppm)

'H-NMR spectrum of Compound 12

Page S15

©ARKAT USA, Inc



General Papers ARKIVOC 2018, vii, S1-S24

BD-16 -0170629

LT F2E+08

NP2 [ 2E+08
2E+08

Sew
ara
Ses
335

—63.87
—57.91
—53.14
—51.18
_46.14
4578
—36.11

2E+08
2E+08
r2E+08
2E+08
r1E+08
r1E+08
r1E+08
r1E+08
r1E+08
r9E+07
8E+07
r7E+07
[ 6E+07
5E+07
r4E+07
I 3E+07

r1E+07

" . N ’ ' pun -0
r] r-1E+07
r-2E+07

-3E+07

‘ [ 2E+07
ol

r-4E+07

T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 90 80 70 60 50 40 30 20

100
f1 (ppm)

APT spectrum of Compound 12

x10 3 |Cpd 2: C49 H47 Br CI2 N4; 0.790 274.23936 840.23198: + FBF Spectrum (rt: 0.732-0.823 min) B..
1.6 843.43920
1.4 (M#H)+
1.2
1,
0.8
0.6
0.4 865.24027
0.2 (M+Na)+
0 I I I I I 1 1 [ [ I \I [ [ I I I
815 820 825 830 835 840 845 850 855 860 865 870 875 880 885 890
Counts vs. Mass-to-Charge (m/z)

QTof Spectrum of Compound 12

Page S16 ©ARKAT USA, Inc



General Papers
Compound 13

ARKIVOC 2018, vii, S1-S24

95! ©
0
90! o o
hac et
o
85: Q £ o~
©o N
a0 S as
N o
75! <+ 9 ~
O «id&d/g ™
70: N [rogpe
o .
— — g
65! 3
&
= 60: )
8 S
551 S
50!
45!
u
N
40: o
J
35: [19)
oA <
30! — ®
S 3 3
2 g
n
207 —
3500 3000 2500 2000 © 1500 1000
Wavenumbers (cm-1)
IR spectrum of Compound 13
BD-17 0170624
- 6E+08
g 6E+08
/ { - 5E+08
il T | |
r4E+08
~4E+08
r3E+08
~2E+08
r2E+08
~2E+08
r1E+08
- 5E+07
L’0
R T LI ¢ i td LR
JERPEREPY PR NS R ~ = s 6 < < < b-5E4+07
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

'H-NMR spectrum of Compound 13

Page S17

©ARKAT USA, Inc



General Papers

ARKIVOC 2018, vii, S1-S24

BD-17 0162 S R R ERTaRRgRiteE 8 88 3 8 eg §  [3E008
OSSR A T s
r3E+08
r3E+08
r3E+08
r2E+08
r2E+08
r2E+08
r2E+08
r2E+08
r1E+08
r1E+08
r1E+08
 8E+07
6E+07
‘ , ) ‘ ‘ ‘ r4E+07
e 1A
Ll T Ik
I 1
N r-4E+07
-6E+07
—————————————— e LeE7
150 145 140 135 130 125 120 115 110 105 100 95 90 f ?pspm)so 75 70 65 60 55 50 45 40 35 30 25 20
APT spectrum of Compound 13
10 2 |Cpd 2: C45 H45 Br CI2 N4; 1.059 253.14380 790.21756: + FBF Spectrum (rt: 1.001-1.059 min) B..
161 813.20653
(M+Na)+
14
4 o] 79322260
(M+H)+
1 4
0.8
0.6
0.4
o
792 794 796 798 800 802 804 806 808 810 812 814

Counts vs. Mass-to-Charge (m/z)

QTof Spectrum of Compound 13

Page S18

©ARKAT USA, Inc



ARKIVOC 2018, vii, S1-S24

©ARKAT USA, Inc

I — ¢ el @ @ @ © © © © © © ~
68562 s g & g g g g g & 9
m«a& L T T T T T T
T0'506 - , ! , : , : , , , , : ,
61956  1gzg6 5
AC L0l ,- I
—— 4 22°6€0T0g 80T 3
26 6£2Tpc ,
T OUCrS9EEETgg/GeT ,
@M.quﬁom.wwqﬂ I
S o
09°'SYST.,. i _ .
050101 0L'€8ST m o o
| — E00T
| — Fery
v 1161 o s
5'620¢ -8 -
<~ _| o
62°09T2 oA c
CE 3
) =3
[}
| 2| § — o
Om (&} - Tozo
B2 B
15}
: | 2
8¢ 018, 12682 , ©
Le°,26T : g
- Q )
8 e«
. - Fan
, —_—— 01
| — 1€
.0
m R £807
| T
e By
| _ Hovy
) ,
- |
[a) ~
T S R S 8 B
s 8 8§ & 8 8 & 8 & & & B § = — L%
K
1% 8

General Papers
Compound 14

0.0

0.5

3.5 3.0 2.5 2.0 1.5 1.0

4.0
f1 (ppm)
Page S19

4.5

5.0

'H-NMR spectrum of Compound 14




General Papers

ARKIVOC 2018, vii, S1-S24

BORTR0s7 3 R R3TREY BRoEREER 2 3 =3 288 R gagss
T T NN R T T v Wip7 [0
r4E+08
r4E+08
~3E+08
r2E+08
2E+08
| pae+o8
I
, : r1E+08
1 , | ! |
, ‘ ~5E+07
-5E+07
r-1E+08
-2E+08
r-2E+08
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T ~-2E+08
165 160 155 150 145 140 135 130 125 120 115 110 105 100 f?S( 9)0 8 8 75 70 65 60 55 50 45 40 35 30 25
ppm.
APT spectrum of Compound 14
MS Spectrum
x10 4 |Cpd 1: C39 H42 Br CI N6: + FBF Spectrum (rt: 0.994-1.003 min) BD10 T.d
747.20489
1] (M+K)+
0.8
0.6
0.4
0.2

712 714 716 718 720 722 724 726 728 730 732 734 736 738 740 742 744 746 748 750

Counts vs. Mass-to-Charge (m/z)

QTof Spectrum of Compound 14

Page S20

©ARKAT USA, Inc



General Papers
Compound 15

ARKIVOC 2018, vii, S1-S24

95!
1 3 >
)l 2 a8
85 2 3 =
: @ @
80: N
| ™
75: Y
3 S 2
70- <
' N N cow
| g o[l —
65: - | @ <
- ! S|lo © [l
S : 4l = S kd
S 60: -~ ITe) ~ -
| o < o Lo
‘ ol < o N
55: o |fo—t | 0 ~ oY
| o | < o - 1
| 0 |[to | - <
50- — ™| NN o
‘ E, oo ot o g
: N
® S b=
3 g 33 9
407 oH S
| < ;
35! S =
| o ™
- 4
30- ™
! 0]
25 ~
4000 3500 3000 2500 2000 1500 1000
Wavenumbers (cm-1)
IR spectrum of Compound 15
D_4_PROTON_01 f~5500
5000
4500
3500
3000
2500
2000
1500
1000
500
J (W 1 ot WJ\L_*_____,J U Lo
% LTI 3 g 52t gL & g%
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
90 85 80 75 70 65 60 55 5 4. 35 30 25 20 15 1.0 05 00 05
f1 (ppm)

'H-NMR spectrum of Compound 15

Page S21

©ARKAT USA, Inc



General Papers

ARKIVOC 2018, vii, S1-S24

BD_12_APT_01

120

130.00
127.47
127.44
127.22
127.14
46.11

45.76

—139.95
— 136.67
— 63.81
— 58.08
— 53.05
43.60
— 3955
2816
~-26.89
\-26.06
\-24.06

.
\

100

80

r60

40

r20

ro

r-20

JR—

"
I

r-100

r-120

r-140

r-160

r-180

-200

r-220

~-240

T T T T T T T T T T
110 100 90 80 70
f1 (ppm)

T T T T T T T
180 170 160 150 140 130 120

APT spectrum of Compound 15

x10 3 |Cpd 1: C39 H42 Br F N6: + FBF Spectrum (rt: 6.933-6.971 min) BD12.d

1.5+

1.254
694.26558
M+
0.75-

0.5
0.251

694 6942 6944 6946 6948 695

Counts vs. Mass-to-Charge (m/z)

693.4  693.6  693.8

695.2

QTof Spectrum of Compound 15

Page S22

©ARKAT USA, Inc



General Papers
Compound 17

ARKIVOC 2018, vii, S1-S24

105

100:

%T

13-232

296653973 49

550.55531.45

© &
(2]
0 <
o~ <
Lﬁ' o
=4 2
] =] x
o <
@ S
g" ©
—
—
3000 ) ) © 2000 1000
Wavenumbers (cm-1)
IR spectrum of Compound 17
r4E+08
r4E+08
} / ~3E+08
r2E+08
r2E+08
r2E+08
r1E+08
r5E+07
J. s
6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 .5
£1 (ppm)

'H-NMR spectrum of Compound 17

Page S23

©ARKAT USA, Inc




General Papers ARKIVOC 2018, vii, S1-S24

3-23230817
g

@

a

g
I

— 136.64
—57.81
—52.87
—48.53
—46.06
40.23
— 28.05
—24.09

r3E+08

N N

r2E+08

r2E+08

r2E+08

r2E+08

r2E+08

r 1E+08

r 1E+08

r 1E+08

r8E+07

6E+07

r4E+07

r2E+07

r-2E+07

F-4E+07

r-6E+07

T T T T T T T T T T T T T T T T T T T T T T T T T T T
155 150 145 140 135 130 125 120 115 110 105 100 95 90 85 8 75 70 65 60 55 50 45 40 35 30 25
f1 (ppm)

APT spectrum of Compound 17

10 ¢ | Cpd 13: C53 HE6 F6 N6: +ESI MFE Specirum (1t 4.418-5.306 min) Frag=200.0..
1.5 892 4575
([C53 H56 FB NB|+H)+
‘I ]
0.5-
D J

450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

QTof Spectrum of Compound 17

Page S24 ©ARKAT USA, Inc



