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2. Crystal structure and data of compound 18b and 23b

Crystal structure and data of compound 18b

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.00°
Absorption correction

Max. and min. transmission

4
<J ~ )
c13w2

ch15119
Ca4 Hza Ny Oy
560.64
200(2) K
0.71073 A
Triclinic
P-1
a=10.786(3) A o= 67.852(4)°.
b=11.071(3) A B= 80.937(4)°.
c=12.689(3) A v = 81.886(5)°.
1380.4(6) A3
2
1.349 Mg/m3
0.090 mm-?
592
0.24 x 0.13 x 0.03 mm?
1.74 to 25.00°.
-12<=h<=12, -13<=k<=13, -15<=I<=15
10954
4790 [R(int) = 0.0561]
98.7 %
multi-scan
0.9973 and 0.9788



Refinement method Full-matrix least-squares on F2
Data / restraints / parameters 4790/0/379

Goodness-of-fit on F2 1.012

Final R indices [I>2sigma(l)] R1=0.0592, wR2 =0.1432

R indices (all data) R1=0.1140, wR2 = 0.1950
Largest diff. peak and hole 0.298 and -0.303 e. A3

Crystal structure and data of compound 23b

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

z

Density (calculated)
Absorption coefficient
F(000)

al6134

C28 H20 CI2 N2
455.36

200(2) K
0.71073 A

Monoclinic
P21/c
a=7.242(6) A

b =21.438(12) A
c=14.019(9) A
2161(2) A3

4

1.400 Mg/m3
0.320 mm-!

944

a=90°.
B=96.92(3)°.
vy =90°.



Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.30°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Largest diff. peak and hole

0.51 x 0.03 x 0.02 mm3

1.74 to 25.30°.

-8<=h<=3, -25<=k<=24, -14<=I<=16
10614

3907 [R(int) = 0.2401]

99.2 %

multi-scan

0.9936 and 0.8537

Full-matrix least-squares on F2
3907 /0/283

0.950

R1=0.1027, wR2 = 0.1930
R1 =0.3364, wR2 = 0.2902
0.461 and -0.441 e. A3
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1H NMR of N-Methyl-11-(1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (1b)
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1H NMR of N-Methyl-11-(1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (1b)
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13C NMR of N-Methyl-11-(1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (1b)
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13C NMR of N-Methyl-11-(1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (1b)


1H NMR of N-Ethyl-11-(1-(2-(ethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (2b)
1h of N-ethyl
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1H NMR of N-Ethyl-11-(1-(2-(ethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (2b)


13C NMR of N-Ethyl-11-(1-(2-(ethylcarbamoyl)phenyl)-1H-indol-3

13c of N-ethyl
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-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (2b)
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13C NMR of N-Ethyl-11-(1-(2-(ethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (2b)


1H NMR of N-allyl-11-(1-(2-(allylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (3b)

1h of N-allyl amide
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1H NMR of N-allyl-11-(1-(2-(allylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (3b)


13C NMR of N-allyl-11-(1-(2-(allylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzolb,flazepine-4-carboxamide (3b)
13c of N-allyl amide
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13C NMR of N-allyl-11-(1-(2-(allylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (3b)


1H NMR of N-phenyl-11-(1-(2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (4b)
1H of N-Ph with bf3.oet
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1H NMR of N-phenyl-11-(1-(2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (4b)


13C NMR of N-phenyl-11-(1-(2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (4b)
13c of N-Ph with bf3.o0et
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13C NMR of N-phenyl-11-(1-(2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (4b)


1H NMR of N-phenethyl-11-(1-(2-(phenethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (5b)
N-ethyl ph
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1H NMR of N-phenethyl-11-(1-(2-(phenethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (5b)


13C NMR of N-phenethyl-11-(1-(2-(phenethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzolb,flazepine-4-carboxamide (5b)
13c of | N-ethyl-Ph amide with bf3.oet
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13C NMR of N-phenethyl-11-(1-(2-(phenethylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (5b)


1H NMR of N-(4-phenylbutyl)-11-(1-(2-(4-phenylbutylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (6b)

1h of n-butyl
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1H NMR of N-(4-phenylbutyl)-11-(1-(2-(4-phenylbutylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (6b)


1H NMR of N-(4-phenylbutyl)-11-(1-(2-(4-phenylbutylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (6b)

Current Data Parameters
NAME try

EXPNO 65
W% PROCNO 1
F2 - Acquisition Parameters

Date_ 20140118
Time 0.59

H
N._O INSTRUM spect
H PROBHD 5 mm BBO BB-1H
N PULPROG zgpg30
O D 32768

SOLVENT CDCI3
NS 820
DS 0

H o) SWH 24038.461 Hz

FIDRES 0.733596 Hz

N =
AQ 0.6815744 sec

N RG 8192
DwW 20.800 usec

DE 6.50 usec

TE 295.8 K

D1 2.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ========
NUC1 13C

P1 9.40 usec

PL1 7.00 dB

SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG|2 waltz16

NUC2 1H

PCPD2 90.00 usec

PL2 3.00dB

PL12 20.70 dB

PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127631 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

Lo

b A " ’ e e o

B i I I I I ) L BN SRR RAARAREAR] RARARARE) RAARARN |
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm

17


Kotipalli
Typewritten Text
1H NMR of N-(4-phenylbutyl)-11-(1-(2-(4-phenylbutylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (6b)


1H NMR of N-o-Tolyl-11-(1-(2-(o-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (7b)
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DW 69.000 usec
H DE 6.50 usec
O TE 300.3 K
N = D1 2.00000000 sec
TDO 1
N
======== CHANNEL fl ========
NUC1 1H
P1 15.00 usec
PL1 -5.85 dB
SFO1 400.1324008 MHz
F2 - Processing parameters
S]] 16384
SF 400.1300105 MHz
WDW E
SSB 0
LB OHz
GB 0
PC 1.00

I
11 10 9 8 7 6 5 4 3 2 1 ppm

o OMHDIDMODI~WVI|IOD — O|N (32] [0}
o OO0 ([T [0 M (M NO|N [0 < [sp](e)] e} <
(2] ’jﬁl(\l(‘f)ﬁ(\l@@q\—l (2] (0] (@] —l (@)
o [ NN [ O NS I [ o Ol [s0] [s#]

18


Kotipalli
Typewritten Text
1H NMR of N-o-Tolyl-11-(1-(2-(o-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (7b) 


13c NMR of N-o-Tolyl-11-(1-(2-(o-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzolb,flazepine-4-carboxamide (7b)

13c of o-me N-ph amide

AN ANONOUODANATAOMNOONMNUNMNSITIOANNMNSSISNTONO O
AT ANNNOONORAIMINITOACORNNINOOOOOMON O ~© o o
O AN OO TANANANAOCOCOCOVINNNOCOOO NN AdAdOod~N~o NN 0O N © Current Data Parameters
QOTLTNONMMNMMNMNMMNMOMOMOMOOMHOOANNNNNNNNNNNNNNNAAAANNO O o ©
Ardd AT AT A A d A A A A A A A A A A A A A A A A AAAAAAAAAN NN < — - NAME try
EXPNO 63
\/ \/ PROCNO 1

F2 - Acquisition Parameters

Date_ 20140118
Time 0.27
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 542
DS 0
SWH 24038.461 Hz
H o FIDRES  0.733596 Hz
N AQ 0.6815744 sec
RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 295.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127543 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

B I I I I I I ) Y A A RN RN RREARARN RAEARAN RAREARARA RARAERARE RAARAARA
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 10 0 ppm
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13c NMR of N-o-Tolyl-11-(1-(2-(o-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (7b) 


1H NMR of N-p-Tolyl-11-(1-(2-(p-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide (8b)
1h of p-methyl

Current Data Parameters

NAME try

EXPNO 131
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140131
Time 15.43

INSTRUM spect

H
N._.O PROBHD 5 mm BBO BB-1H
H PULPROG 2930
l N O ™ 32768

SOLVENT CDCI3
8

NS
DS 0
H o SWH 7246.377 Hz
N == FIDRES 0.221142 Hz
AQ 2.2609921 sec
/©/ N Q RG 228.1
DW 69.000 usec
DE 6.50 usec
TE 298.5 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 11.90 usec
PL1 3.00dB
SFO1 400.1324008 MHz
F2 - Processing parameters
SI 16384
SF 400.1300091 MHz
WDW E
SSB 0
LB 0 Hz
GB 0
PC 1.00
j ,,‘h Mo
""" | NS A A A A L A I D I
12 11 10 9 8 7 6 5 4 3 2 1 ppm
o O[S [O (00 [H O[S [T |[™M o oo (20 g
© OO O |N [N [0O[N[D (O[O < L0 M o O
()] ’iﬁﬁ\I\—IHNHOHO o ﬁ!o —|O
o O | N M (O [T I [N M [N — | [ap} (a0}
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1H NMR of N-p-Tolyl-11-(1-(2-(p-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (8b)


13C NMR of N-p-Tolyl-11-(1-(2-(p-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzol[b,flazepine-4-carboxamide (8b)

13c of N-P-Me with bf3.o0et

Rl n o

o N — O

) — - Current Data Parameters

< < NN NAME try
EXPNO 30

\ / v PROCNO 1
F2 - Acquisition Parameters
Date_ 20140110
Time 22.56
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 647
DS 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 295.7K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00 dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127507 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

B I I I I B B BN AR RARARARARY RARARRENEY RARRARAREY RN
200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 0 ppm
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13C NMR of N-p-Tolyl-11-(1-(2-(p-tolylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (8b)


1H NMR of N-(2,4-Dimethylphenyl)-11-(1-(2-(2,4-dimethylphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-
carboxamide (9b)
1H of n-dimethyl with bf3.oet

Current Data Parameters

NAME try

EXPNO 8
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140104
Time 19.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2930

TD 32768
SOLVENT CDCI3

NS 16

DS 0

SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 228.1

DW 69.000 usec
DE 6.50 usec

TE 297.8 K

D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

P1 11.90 usec
PL1 3.00 dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300091 MHz
WDW E

SSB 0

LB 0 Hz

GB 0

PC 1.00

N O| [N O[NNI LO N (© O [ [+ (@]
o O| DMV (MO O [N N — () 00 (M) [© I~
(2] O|CMO|IoO|HH O o —|O (@] (@] o)) o
o | =IO IMIO O I|HIHIO — — [ M IM N [90]
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1H NMR of N-(2,4-Dimethylphenyl)-11-(1-(2-(2,4-dimethylphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (9b)


13C NMR of N-(2,4-Dimethylphenyl)-11-(1-(2-(2,4-dimethylphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzol[b,flazepine-4-
carboxamide (9b)

13c of di methyl N-Ph amide with bf3.oet

98

Current Data Parameters
NAME try

—
@
o
™
—
EXPNO 35
PROCNO 1
F2 - Acquisition Parameters

H Date_ 20140110
N__O Time 23.50
H INSTRUM spect
l N\Q PROBHD 5 mm BBO BB-1H

130.90
128.42
128.34
127.77
127.50
127.14
127.07
126.86
126.73
126.43
124.75
123.54
121.75
120.96
119.90
119.32
117.76
110.75
77.55

77.23

76.91

~ o
n M
—
mm
— -

169.24
164.60
144.30
141.53
137.74
136.11
135.12
134.16
132.06
130

——42.14
——40.06
21.11

PULPROG zgpg30
TD 32768

H SOLVENT CDCI3

N o NS 385
DS 0

N Q SWH 24038.461 Hz

FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 295.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127616 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

B I I I I I B AR RARARARARY RARARARARY RARRARARRY RN
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm
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13C NMR of N-(2,4-Dimethylphenyl)-11-(1-(2-(2,4-dimethylphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (9b)


1H NMR of N-(4-methoxyphenyl)-11-(1-(2-(4-methoxyphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-
carboxamide (10b)
1H of 4-OMe N- Ph amide with bf3.oet

Current Data Parameters

NAME try
EXPNO 21
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140109
Time 12.10
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 32768
SOLVENT CDCI3
NS 16
MeO DS 0

SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 256
DW 69.000 usec

N DE 6.50 usec
TE 296.7 K
D1 2.00000000 sec
TDO 1

Meo ======== CHANNEL fl ========
NUC1
P1 11.90 usec
PL1 3.00dB
SFO1 400.1324008 MHz
F2 - Processing parameters
SI 16384
SF 400.1300091 MHz
WDW E
SSB 0
LB 0 Hz
GB 0
PC 1.00
..... R s S
12 11

0.918
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1H NMR of N-(4-methoxyphenyl)-11-(1-(2-(4-methoxyphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (10b)


13C NMR of N-(4-methoxyphenyl)-11-(1-(2-(4-methoxyphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine-4-
carboxamide (10b)
13c of 4-OMe N-ph amide

o

OCHAO M ANDONTANDTANOOOON—TANMNMNOONNAANNOD N o
OMTA0AdOTANODANMONNOYTNOONMNMOOOVNOOVITAITOOLMNJdHLD©

OFNOFTANOCH O AN AAOCO B IOINNNNOOCNNONANAAOCS TN O NN O Data P
COUOSTITNNONNONMMNMNOONNNNNNNNNNNNNNAAAAAANN OO WO AN O Current Data Parameters
A AT Ad A dd A A A Ad A A A A A Ad A A A A AAAAAAAN NN~ DODO S T NAME try

EXPNO 59
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140117

Time 23.12
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

TD 32768
SOLVENT CDCI3

NS 587

DS 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192

DwW 20.800 usec

DE 6.50 usec

TE 295.8 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL f1 ========
NUC1 13C

P1 9.40 usec

PL1 7.00 dB

SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H

PCPD2 90.00 usec
PL2 3.00 dB

PL12 20.70 dB

PL13 23.70 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
Sl 32768

SF 100.6127521 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm
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13C NMR of N-(4-methoxyphenyl)-11-(1-(2-(4-methoxyphenylcarbamoyl)phenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (10b)


1H NMR of 1-Chloro-11-(1-(5-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzolb,flazepine-4-carboxamide
(11b)

P-cl amide

Current Data Parameters

NAME try
EXPNO 443
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140915
Time 11.59
INSTRUM spect
H PROBHD 5 mm BBO BB-1H
PULPROG zg30
N 0 H TD 32768
SOLVENT CDCI3
N NS 8
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
Cl RG 181
H DwW 69.000 usec
O = DE 6.50 usec
N TE 300.1K
N O D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 15.00 usec
cl PL1 -5.85 dB
SFO1 400.1324008 MHz
F2 - Processing parameters
Sl 16384
SF 400.1300096 MHz
WDW E
SSB 0
LB 0 Hz
GB 0
PC 1.00
""""" IR R D D A D A IR I N I I
11 10 9 8 7 6 5 4 3 2 1 ppm

1.101
0.966

0.949
1.000\
1.976\
2.119
4._214\
2.088\
1.852
2.059
2.921/
3.091/
3.174/
1.318
1.069
0.987
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1H NMR of 1-Chloro-11-(1-(5-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (11b) 


13C NMR of 1-Chloro-11-(1-(5-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

13 of P-cl
ASSNONNMNOANCANLIMNSTONOOUNOOINONOAANLNOD
NOOOOOONMANOAN—TMNNORUOANATONDOOMY OO ANLLLD M A
OANBOOONNOCANOOSODBVOONNNNOTNNAAD D OB~ NND Qo Current Data Parameters
COTITITNMMMOOMMANNNNNNNNNNNNNNAAAAAANN© o
AdddddAdAdAddAdAAddAdAdAdAddAdAd A A A A A A AAAAAA AN N~ N~ mm EQI';AI\IIEO tfé’l
\N%//%‘W \/ PROCRO 1

F2 - Acquisition Parameters

H Date_ 20140123
Time 18.13

N o H INSTRUM spect

N O PROBHD 5 mm BBO BB-1H

PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 696
DS 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz

Cl
H o
N = AQ 0.6815744 sec
N RG 8192
DW 20.800 usec
DE 6.50 usec
Cl

TE 295.8 K

D1 2.00000000 sec

D11 0.03000000 sec

TDO 1

======== CHANNEL fl ========
NUC1 13C

P1 9.40 usec

PL1 7.00 dB

SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG|2 waltz16

NUC2 1H

PCPD2 90.00 usec

PL2 3.00dB

PL12 20.70 dB

PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127551 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

200 190 180 170 160 150 140 130 120 110 100 90 8 70O 60 50 40 30 20 10 0 ppm
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13C NMR of 1-Chloro-11-(1-(5-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (11b) 


1H NMR of 2-Chloro-11-(1-(4-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

(12b)
mcl
@)
COOOONOONAOONHOITNOOANNOOINONISIUNONCHOULSTTONNNDOOST M
NOLOASTTOMNNITONNOOONNOANVOSTTOOANNNDOAOOVOMOOTHOO
COITNTOOITNONOILITNAONONINNODNITNOOINDLMNMINMOONINONDDOSM Current Data Parameters
o-oooooomLr><r<r<rMNNNNNHHriHHHoooommooooooomq-mcowmﬂ-mmmm EQM&O trly95
HOONMNNMNNNNMNNMNNMNNMNMNNMNNMNMNMNMNMNMNMNMMNMMNMNNMNNOOOOOOOOOLLOMMNNOMOHOMM®M PROCNO 1
Date_ 20140308
Time 14.58
H INSTRUM spect
PROBHD 5 mm BBO BB-1H
N @) PULPROG 2930
D 32768
SOLVENT CDCI3
N NS 16
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
Cl AQ 2.2609921 sec
RG 181
H 0O DW 69.000 usec
N = DE 6.50 usec
TE 295.3K
©/ N Q D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 14.35 usec
Cl PL1 -2.00 dB
SFO1  400.1324008 MHz
F2 - Processing parameters
Sl 16384
SF 400.1300118 MHz
WDW E
SSB 0
LB OHz
GB 0
PC 1.00
A A }b\ e J\oLN_L_
""" M B B B A BN A HE N A B B IR
12 11 10 9 8 3 2 1 ppm
(@) M N[O[H[OWLIMmHOI~ [N o
L0 S\1TeY(s2] o] Yol N N9 o) (@) (2] N1 (s2] (se) —
o oﬁ: o [H|[OONIO|o @)
o — NN —
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1H NMR of 2-Chloro-11-(1-(4-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (12b)


13C NMR of 2-Chloro-11-(1-(4-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide
(12b)

13 of M-CI
AN ANMNMOINNOOANSTOAUOIONOOONDONODONONLDOOO VL NNOOOKOMM®MA
NMNOOOAYANRNDMOMOONANMAONMONATMNMO0O0OITNMOL OO
BNNOCOODONNNCOTNOOSPRIPOBBONNNNOOUYTAdAdO 0~ RNRHO Current Data Parameters
CQOUOTITNNMMNMOMMMNMOHMOONNNNNNNNNNNNNNNNNNATAAAANN O O ©
AddddddddddAdddddAddddAdddddddd AT AdddAd A A AAAAAAN NN O M EQI';AI\IIEO tr)ég
PROCNO 1
F2 - Acquisition Parameters
H Date_ 20140118
Time 2.16
N.__O INSTRUM spect

PROBHD 5 mm BBO BB-1H

N PULPROG zgpg30
TD 32768
SOLVENT CDCI3

NS 877
Cl DS 0

SWH 24038.461 Hz

H O FIDRES 0.733596 Hz

N — AQ 0.6815744 sec
RG 8192

©/ N Q DW 20.800 usec
DE 6.50 usec
TE 295.9K
D1 2.00000000 sec
D11 0.03000000 sec
cl TDO 1

======== CHANNEL fl ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00 dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127529 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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13C NMR of 2-Chloro-11-(1-(4-chloro-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (12b)


1H NMR of 2-Bromo-11-(1-(4-bromo-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

(13b)
mbr
(@]
o
™
N
o
—
o
Br O
H
N =
SPENS
Br
......... e
11

0.779

Current Data Parameters

NAME try

EXPNO 226
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140401
Time 14.41
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2930

TD 32768
SOLVENT CDCI3

NS

DS 0

SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 256

DW 69.000 usec
DE 6.50 usec

TE 299.6 K

D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

P1 14.35 usec
PL1 -2.00 dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300096 MHz
WDW E

SSB 0

LB 0 Hz

GB 0

PC 1.00
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1H NMR of 2-Bromo-11-(1-(4-bromo-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (13b)


13C NMR of 2-Bromo-11-(1-(4-bromo-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

13c of mbr

COMNMNMOWONOWOMANNMNMNMNMNO—TAON ASTTOTNIND HODIMOMOMLO

NOTOYMOOANTAYLAdO0MAONANONITAOLIITA0OMNININTI0M A N®

NANMONNOOUSISSIT ST A0 DTN NOONTANAdAAAO SO NN X ©

COFTITNMMMNONMNMNOHOMNMOANNNNNNNNNNNANNNNNAAAONNO AN O Current Data Parameters

Ad g ddddAddAdAddAdd A AdAdAdAd A A A A A AAAAAAAAAAANNN F O NAME try
EXPNO 246
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140411

H Time 12.07

N (@) INSTRUM spect
H PROBHD 5 mm BBO BB-1H
N PULPROG zgpg30
O D 32768

SOLVENT CDCI3
Br NS 596

DS 0

H 0 SWH 24038.461 Hz

N = FIDRES 0.733596 Hz
AQ 0.6815744 sec

N RG 8192
DW 20.800 usec
DE 6.50 usec
TE 300.2 K
Br D1 2.00000000 sec

D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 -2.00 dB
PL12 13.95dB
PL13 17.00 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127514 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm
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13C NMR of 2-Bromo-11-(1-(4-bromo-2-(phenylcarbamoyl)phenyl)-1H-indol-3-yl)-N-phenyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (13b)


1H NMR of 8-Fluoro-11-(5-fluoro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

(14b)

H
_N_O
NP

—

0.958

2.006
3.045
2.994

Current Data Parameters

NAME try

EXPNO 444
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140915
Time 14.45
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2930

TD 32768
SOLVENT CDCI3

NS 16

DS 0

SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 256

DW 69.000 usec
DE 6.50 usec

TE 300.6 K

D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

P1 15.00 usec
PL1 -5.85 dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300096 MHz
WDW E

SSB 0

LB 0 Hz

GB 0

PC 1.00
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1H NMR of 8-Fluoro-11-(5-fluoro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (14b)


13C NMR of 8-Fluoro-11-(5-fluoro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

(14b)
5-F
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132.55
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117.74
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Current Data Parameters

NAME try

EXPNO 322
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140514

Time 22.12
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zgpg30
TD 32768
SOLVENT CDCI3

NS 1000

DS 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192

DwW 20.800 usec
DE 6.50 usec

TE 298.8 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C

P1 15.50 usec
PL1 7.30 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H

PCPD2 90.00 usec
PL2 -4.20 dB

PL12 13.10dB
PL13 16.10 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
Sl 32768

SF 100.6127467 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

10 0 ppm
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13C NMR of 8-Fluoro-11-(5-fluoro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (14b)


1H NMR of 8-Chloro-11-(5-chloro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide

(15b)
5-cl
N
o NODDDOOMNOONDOWONAHWWNONOIANMDOAOD M NN M~
— ONOTdONOAUNONULUONOAdOSTITIOONNDNOOANNOD d VO LWDO NAME try
N~ ONOCOROTMNMUMUNONTNODONOOTOOTNOMANL © NAH «HO EXPNO 450
o XROUSNSIITOONNATIACCOOQg@NNNRYNaN ¥ 90 0o PROCNO 1
— NANNSNNMNNMNNMNNMNNMNNMNNMNNMNNMNMNNMNNMNNMNNMNNNOOOOOOOOOST M OM NN _I?_ate_ 2%45%915
ime .
‘ \&\\n\%%/%/y/ ‘ \/ \/ INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2930
H TD 32768
SOLVENT CDCI3
N_O NS 16
H DS 0
N SWH 7246.377 Hz
cl FIDRES 0.221142 Hz
AQ 2.2611110 sec
RG 256
DW 69.000 usec
DE 6.50 usec
H o) TE 300.5 K
N = D1 2.00000000 sec
- TDO 1
N Cl
======== CHANNEL f1 ========
NUC1 1H
P1 15.00 usec
PL1 -5.85 dB
SFO1 400.1324008 MHz
Sl 16384
SF 400.1300096 MHz
WDW EM
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
""""" T R I I I I
11 3 2 1 ppm
o 0Nl (o N~
o —| O o
— N o
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1H NMR of 8-Chloro-11-(5-chloro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (15b)


13C NMR of 8-Chloro-11-(5-chloro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide
(15b)

13c of 5-cl indole with bf3.o0et
OCHdO0TOAd1ODODTMNMOANMNOONOVDONOMNMODOD MM
TFONMONNOOONWOAN—TONOLNOTOLNWONO®LMON ~ =
AN O UITANAAO BB O NN NOFTNOODWBH A NND A o
NOSSOMOMOMOMOANNNNNNNNNNNAAAANDNO N O N~ © Current Data Parameters
T A A A A A A A A A A A A A A A A A A A A A A A ADNDNDN < M AN N NAME try
EXPNO 45
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140111
Time 1.44
N_O INSTRUM spect
H PROBHD 5 mm BBO BB-1H
N PULPROG zgpg30
cl ™ 32768
SOLVENT CDCI3
NS 385
DS 0
SWH 24038.461 Hz
H o FIDRES  0.733596 Hz
_N = AQ 0.6815744 sec
N Q RG 8192
Cl DW 20.800 usec
DE 6.50 usec
TE 295.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG|2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127499 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

B I I I I I e Y I IR BN RN RARRARRARY HEARRARRY REARRARRA R
190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 ppm
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13C NMR of 8-Chloro-11-(5-chloro-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (15b)


1H NMR of 8-Bromo-11-(5-bromo-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide
(16b)
1H of 5-Bromo indole with bf3.oet

o]
VOTAODNNDONMNONANONNMNNOTAOOANNONT OO MNMNEHLW S I S OLW ™ 0
NODHODOANNOMNTNITTAOOONMNMMNOOONOTNONONNMNTSLOOANLL M ONOM®M ™M™ M
NONONMOOONOUMNMWONIDONOONVOMNITONONNMANONOL NN o W Current Data Parameters
O-OOOOOOI\LO###?##MMNNHHHOOCDCDCDI\I\I\I\I\(D(\INOOOOI\##OOOOOO n « EQ&A’\IIEO trﬁ0
ANNMNNMNNMNNMNNMNNMNMNNMNMNNMNMNNMNMNNMNMNNMNNMNNMNNOOOOOOOOOOOSETTTOMOMMMANN — PROCNO 1
\ b&k\\s/%m/r%/ﬂ%// V ‘ ‘ F2 - Acquisition Parameters
Date_ 20140108
Time 16.42
INSTRUM spect
H PROBHD 5 mm BBO BB-1H
PULPROG 2930
/N O H D 32768
SOLVENT CDCI3
N NS 16
Br DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 362
DW 69.000 usec
H O DE 6.50 usec
N = TE 297.1K
- D1 2.00000000 sec
N “!>> TDO 1
Br
======== CHANNEL fl ========
NUC1 1H
P1 11.90 usec
PL1 3.00 dB
SFO1 400.1324008 MHz
F2 - Processing parameters
S]] 16384
SF 400.1300096 MHz
WDW E
SSB 0
LB OHz
GB 0
PC 1.00
""""" LS I I L I B B B B I A DR LR
11 10 9 8 7 6 5 4 3 2 1 ppm
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1H NMR of 8-Bromo-11-(5-bromo-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (16b)


13C NMR of 8-Bromo-11-(5-bromo-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide
(16b)

13c of 5-Bromo indole with bf3.o0et
NMNLOLANNDOMOVODOAOMNMTOOO DL 0D O LD
ANV AOATNRNAOVDOONOODAINANRNOVODOMAMOL M <t © NN
AN OO LTNANATACSOOONOCOC A O N NN S © -9
NOSTOOMNOOMNMOMNONNNNNNNNAAAAAANN O N N~ I~ Current Data Parameters
Ad A A A A A Ad A A A A AAAAAAAAA A A A A A A NN N <t ™ NN NAME try
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\\\ \\\/////// / \ / v PROCNO 1
F2 - Acquisition Parameters
Date_ 20140109
H Time 12.50
N_O INSTRUM spect
H PROBHD 5 mm BBO BB-1H
N O PULPROG 29pg30
Br
TD 32768
O SOLVENT CDCI3
NS 750
DS 0
H o SWH 24038.461 Hz
/N = FIDRES 0.733596 Hz
N O AQ 0.6815744 sec
Br RG 8192
DW 20.800 usec
DE 6.50 usec
TE 296.9 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127485 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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190 180 170 160 150 140 130 120 110 100 90 80 70O 60 S50 40 30 20 10 0 ppm
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13C NMR of 8-Bromo-11-(5-bromo-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (16b)


1H NMR of 9-methoxy-11-(4-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-
carboxamide (17b)

4-ome

Current Data Parameters
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EXPNO 164
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F2 - Acquisition Parameters
Date_ 20140220
Time 17.26
H INSTRUM spect
N O PROBHD 5 mm BBO BB-1H
P PULPROG zg30
H ™D 32768
N SOLVENT CDCI3
NS 16
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
OMe AQ 2.2609921 sec
RG 256
DwW 69.000 usec
DE 6.50 usec
H o _ OMe TE 297.3K
_N DI 2.00000000 sec
TDO 1
N
Q ======== CHANNEL fl ========
NUC1 1H
P1 14.35 usec
PL1 -2.00 dB
SFO1 400.1324008 MHz
F2 - Processing parameters
Sl 16384
SF 400.1300091 MHz
WDW E
SSB 0
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GB 0
PC 1.00
] 1“.“@ L
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1H NMR of 9-methoxy-11-(4-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (17b)


13C NMR of 9-methoxy-11-(4-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-

carboxamide (17b)
13c of 4ome indole

COLTONOOODDTODOTFTOOANNONIDODOMNMO O OO
MO MOV OANNOTAYTVORHNVOOWOLWY O WO QY Q
AC OO MNBOTFTOANAAOOOWOWANNOINNOCNDNOS NND @© ©
NOUOWOSTETNONONOONANNNANNNNAAAAAO OO NN © T qTs} N
AdAddddddddd A d A AdAd A A A A A A A A A A A AMNNN ToliTs) <
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-
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H o L ome

_N
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N o
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— © © Current Data Parameters

™M NN NAME try
EXPNO 139

\ \/ PROCNO 1
F2 - Acquisition Parameters
Date_ 20140131
Time 17.25
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 504
DS 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 299.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00dB
PL12 20.70 dB
PL13 23.70 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
Sl 32768
SF 100.6127543 MHz
WDW EM
SSB
LB 1.00 Hz
GB
PC 1.00

190 180 170 160 150

140 130 120 110 100 90 80 70 60 50 40

30 20 10 0 ppm

39


Kotipalli
Typewritten Text
13C NMR of 9-methoxy-11-(4-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (17b)


1H NMR of 8-Methoxy-11-(5-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,flazepine-4-carboxamide
(18b)
1h of 5methoxy indole
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INSTRUM spect
H PROBHD 5 mm BBO BB-1H
PULPROG zg30
N O H D 32768
N SOLVENT CDCI3
NS 16
OMe DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 228.1
DW 69.000 usec
H O — DE 6.50 usec
- TE 296.1 K
N D1 2.00000000 sec
OMe TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 11.90 usec
PL1 3.00dB
SFO1 400.1324008 MHz
F2 - Processing parameters
SI 16384
SF 400.1300091 MHz
WDW E
SSB 0
LB 0 Hz
GB 0
PC 1.00
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1H NMR of 8-Methoxy-11-(5-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (18b)


13C NMR of 8-Methoxy-11-(5-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzolb,flazepine-4-

carboxamide (18b)
13c of 5-ome indole
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~ N~ ToNTe) < ™ NN NAME try
EXPNO 135

\ / \ / v PROCNO 1

F2 - Acquisition Parameters
Date_ 20140131
Time 16.07
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 1000
DS 0
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 298.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
======== CHANNEL f2
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00 dB
PL12 20.70 dB
PL13 23.70 dB
SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127485 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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13C NMR of 8-Methoxy-11-(5-methoxy-1-(2-(methylcarbamoyl)phenyl)-1H-indol-3-yl)-N-methyl-10,11-dihydro-5H-dibenzo[b,f]azepine-4-carboxamide (18b)


1H NMR of 10-(1-Phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (19b)
1H of N-phenyl indole with bf3.oet

Current Data Parameters

NAME try
EXPNO 15
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140106

H Time 15.50

N INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 32768
SOLVENT CDCI3
NS 16
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec

= RG 362
DwW 69.000 usec
N DE 6.50 usec

TE 296.6 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 11.90 usec
PL1 3.00dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300091 MHz
WDW E

SSB 0

LB 0 Hz

GB 0

PC 1.00

|
11 10 9 8 7 6 5 4 3 2 1 ppm

N~ (™[00 [ [« [© |00 [ |O) [cO < o
O |0 [ [0 [0 [ [ [~ o o
OOHWOOIOIOHI|IO|I~ o o
NI NN [H IS INIO - N

42


Kotipalli
Typewritten Text
1H NMR of 10-(1-Phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (19b)


13C NMR of 10-(1-Phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzolb,flazepine (19b)
13c of N-phindole
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F2 - Acquisition Parameters
H Date_ 20140118
N Time 3.04
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 544
DS 0
SWH 24038.461 Hz
= FIDRES 0.733596 Hz
AQ 0.6815744 sec
N RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 295.9K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 9.40 usec
PL1 7.00 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 3.00 dB
PL12 20.70 dB
PL13 23.70 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768
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SSB 0
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13C NMR of 10-(1-Phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (19b)


1H NMR of 2-Methoxy-10-(5-methoxy-1-phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (20b)

5-ome n-ph indole lowerr prod
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Date_ 20140411
H Time 20.58
INSTRUM spect
N PROBHD 5 mm BBO BB-1H
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D 32768
SOLVENT CDCI3
NS 8
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
= RG 181
DW 69.000 usec
N DE 6.50 usec
OMe TE 300.2 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 14.35 usec
PL1 -2.00 dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300096 MHz
WDW E

SSB 0
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GB 0

PC 1.00
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1H NMR of 2-Methoxy-10-(5-methoxy-1-phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (20b)


13C NMR of 2-Methoxy-10-(5-methoxy-1-phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (20b)
13c of 5-ome N-ph indole wt bf3 pure
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DTN NNNNNNNNAAAAAAAO N~ O © 9 - o Current Data Parameters
AddddddddAddddAdAdAdAAAAAA I~~~ ToQTs) < ™ NAME try
EXPNO 277
\/ \/ PROCNO 1

F2 - Acquisition Parameters

H Date_ 20140419
N O Time 22.16
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 1055
DS 0
= SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
N OMe RG 8192
DwW 20.800 usec
DE 6.50 usec
TE 300.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 15.50 usec
PL1 7.30 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 -4.20 dB
PL12 13.10dB
PL13 16.10 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127646 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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13C NMR of 2-Methoxy-10-(5-methoxy-1-phenyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (20b)


1H NMR of 2-Methyl-11-(1-p-tolyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (21b)

Current Data Parameters

——2.3842
—2.1919

NAME try
EXPNO 278
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140419
Time 23.27
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG 2930
TD 32768
SOLVENT CDCI3
NS 16
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 114
DW 69.000 usec
DE 6.50 usec
TE 299.9 K
D1 2.00000000 sec
TDO 1

Me
======== CHANNEL fl ========
NUC1 1H
P1 11.00 usec
PL1 -4.20 dB

SFO1 400.1324008 MHz

F2 - Processing parameters

Sl 16384

SF 400.1300091 MHz
WDW E

SSB 0

LB 0 Hz

GB 0

PC 1.00

2.061
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1H NMR of 2-Methyl-11-(1-p-tolyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (21b)


13C NMR of 2-Methyl-11-(1-p-tolyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (21b)

13c of p-me N-ph indole wt bf3 pure
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F2 - Acquisition Parameters
Date_ 20140419

H Time 14.49
INSTRUM spect
PROBHD 5 mm SEI 1H-13
Me

PULPROG zgpg30
TD 32768
SOLVENT CDCI3
NS 236
DS 0
= SWH 24038.461 Hz

FIDRES 0.733596 Hz

N AQ 0.6815744 sec
RG 8192
DW 20.800 usec
DE 6.50 usec

Me TE 299.8 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
P1 15.50 usec
PL1 7.30 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec
PL2 -4.20 dB
PL12 13.10dB
PL13 16.10 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127661 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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13C NMR of 2-Methyl-11-(1-p-tolyl-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (21b)


1H NMR of 2-Methoxy-11-(1-(4-methoxyphenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (22b)

4-ome n-ph indole lower spot
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SANONSA0OTONVOTOT OO N~ leNe No)) Current Data Parameters
NNYTTANNOOOOONW®OMNNNOO o 0 © O NAME try
NNNNMNNMNNMNNSNNMNNMNNMNNNOOO OO OO < Mmmm EXPNO 252
PROCNO 1
l\k\\ﬂk\\. //M%/ ‘ \ \ / F2 - Acquisition Parameters
Date_ 20140411
Time 21.40
H INSTRUM spect
PROBHD 5 mm BBO BB-1H
N O PULPROG 2930
D 32768
O SOLVENT CDCI3
NS 8
MeO DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
= RG 40.3
DW 69.000 usec
N DE 6.50 usec
TE 300.3 K
D1 2.00000000 sec
TDO 1
Meo ======== CHANNEL fl ========
NUC1
P1 14.35 usec
PL1 -2.00 dB
SFO1  400.1324008 MHz
F2 - Processing parameters
Sl 16384
SF 400.1300096 MHz
WDW E
SSB 0
LB OHz
GB 0
PC 1.00
""""" N A L I ) Y [N I I
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1H NMR of 2-Methoxy-11-(1-(4-methoxyphenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (22b)


13C NMR of 2-Methoxy-11-(1-(4-methoxyphenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo([b,flazepine (22b)
13c of 4-ome n-ph indole
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Current Data Parameters

NAME try
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PROCNO 1

F2 - Acquisition Parameters
Date_ 20140411

Time 21.42
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

TD 32768
SOLVENT CDCI3

NS 235

DS 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192

DwW 20.800 usec

DE 6.50 usec

TE 300.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL f1 ========
NUC1 13C

P1 9.40 usec

PL1 7.00 dB

SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H

PCPD2 90.00 usec
PL2 -2.00 dB

PL12 13.95dB

PL13 17.00 dB
SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127617 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00
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13C NMR of 2-Methoxy-11-(1-(4-methoxyphenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (22b)


1H NMR of 2-Chloro-11-(1-(4-chlorophenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,flazepine (23b)

p-cl n-ph indole
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v F2 - Acquisition Parameters
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Time 11.19
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 32768
SOLVENT CDCI3
NS 8
DS 0
SWH 7246.377 Hz
FIDRES 0.221142 Hz
AQ 2.2609921 sec
RG 181
DW 69.000 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl =====
NUC1 1H
P1 15.00 usec
PL1 -5.85dB
SFO1 400.1324008 MHz
F2 - Processing parameters
SI 16384
SF 400.1300091 MHz
WDW E
SSB 0
LB 0 Hz
GB 0
PC 1.00
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1H NMR of 2-Chloro-11-(1-(4-chlorophenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (23b)


13C NMR of 2-Chloro-11-(1-(4-chlorophenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzol[b,flazepine (23b)
13c of p-cl N-ph indloe wt bf3 pure
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F2 - Acquisition Parameters
Date_ 20140423

Time 20.45
INSTRUM spect
PROBHD 5 mm SEI 1H-13
PULPROG zgpg30
TD 32768
SOLVENT CDCI3

NS 227

DS 0

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 8192

DwW 20.800 usec
DE 6.50 usec

TE 299.1 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13C

P1 15.50 usec
PL1 7.30 dB
SFO1 100.6233325 MHz
=—======= CHANNEL f2 ========
CPDPRG[2 waltz16
NUC2 1H

PCPD2 90.00 usec
PL2 -4.20 dB

PL12 13.10dB
PL13 16.10 dB

SFO2 400.1316005 MHz

F2 - Processing parameters

Sl 32768

SF 100.6127543 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.00

0 ppm
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13C NMR of 2-Chloro-11-(1-(4-chlorophenyl)-1H-indol-3-yl)-10,11-dihydro-5H-dibenzo[b,f]azepine (23b)
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