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1. Experimental details and characterisation

For general procedures, see the main MS.

N-Phenyl-1H-indole 23."°®

Found: m/z, 194.0693, C14H»N (MH+) requires m/z, 194.0964; dy 6.62 (1 H, dd, J =
3.3 and 0.7 Hz, 3-H), 7.11-7.19 (2 H, m, 5-H + 6-H), 7.20-7.25 (2 H, m, 2-H + 4"-H),
7.34-740 (4 H, m,2"-H+3"-H + 5"-H + 6"-H), 7.52 (1 H, m, 4-H) and 7.64-7.67 (1
H, m, 7-H); 8¢ 103.9, 110.8, 120.7, 121.4, 122.6, 124.5, 126.6, 128.2, 129.6, 129.8,
136.1 and 140.0.

N-(4-Methoxy)phenylindole 31.

Mp. 71-72° C. Found: C, 80.5; H, 5.9; N, 6.2; m/z 224.0173. C,5H3NO requires C,
80.7; H, 5.9; N, 6.3%; CsH4NO (MH+) requires m/z, 224.1070; dy 3.86 (3 H, s,
CH;0), 6.60 (1 H, dd, J=3.2 and 0.6 Hz, 3-H), 7.01 and 7.38 (4 H, 2m, 2"-H + 3'-H
+5"-H+6'-H), 7.12-7.25 (2 H, m, 5-H + 6-H), 7.27 (1 H, d, J = 3.2 Hz, 2-H), 7.45 (1
H, d, J=8.4 Hz, 7-H) and 7.68 (1 H, d, J =7 Hz, 4-H); 6¢ 56.0, 103.3, 110.8, 115.2,
120.5, 121.4, 122.6, 126.4, 128.7, 129.4, 133.3, 136.8 and 158.7.
5-Methoxy-/N-phenylindole 32.

Light red oil. Found: m/z, 224.1076. C;sH 4NO (MH+) requires m/z, 224.1070; oy
3.86 3 H, s, CH30), 6.60 (1 H, dd, J =3.2 and 0.8 Hz, 3-H), 6.87 (1 H, dd, J =9.0
and 2.5 Hz, 6-H), 7.13 (1 H, d, J =2.4 Hz, 4-H), 7.31 (1 H, d, J = 3.3 Hz, 2-H), 7.30-
7.35 (1 H, m, ArH of N-Ph), 7.46 (1 H, d, J =7 Hz, 7-H) and 7.46-7.52 (4 H, m, ArH
of N-Ph); 6¢ 56.3,103.1, 103.7, 111.7, 112.9, 124.5, 126.7, 128.8, 130.0, 130.3,

131.5, 140.4 and 155.0.

6-Methoxy-/N-phenylindole 33.
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Light red oil. Found: m/z, 224.1074. CsH4NO (MH+) requires m/z, 224.1070; oy
3.83 3 H, s, CH;30), 6.60 (1 H, d, J =3.2 Hz, 3-H), 6.84 (1 H, dd, J = 8.6 and 2.2 Hz,
5-H), 7.04 (1 H, d, J =2.1 Hz, 7-H), 7.23 (1 H, d, J = 3.2 Hz, 2-H), 7.32-7.42 (2 H, m,
ArH of N-Ph), 7.45-7.53 (3 H, m, ArH of N-Ph) and 7.55 (1 H, d, J = 8.6 Hz, 4-H); 6¢
56.2,94.6,103.8, 110.6, 122.0, 123.9, 124.7, 126.8, 127.4, 130.0, 137.0, 140.3 and
157.2.

N-(4-Chloro)phenylindole 35.

Off-white solid. Found: C, 73.34; H, 4.4; N, 6.1; m/z, 228.0572. C;4H,oCIN requires
C,73.85; H, 4.4; N, 6.15%; C4H,;CIN (MH") requires m/z, 228.0575; oy 6.69 (1 H,
d,J=3.2 Hz, 3-H), 7.16-7.26 (2 H, m, 5-H + 6-H), 7.29 (1 H, d, ] = 3.2 Hz, 2-H),
7.42-7.49 (4 H, approx. dd, 2'-,3"-, 5’- and 6'-H), 7.51 (1 H, d, ] = 8§ Hz, 7-H) and
7.69 (1 H,d,J=7.6 Hz, 4-H); 5¢ 104.5, 110.7, 121.0, 121.7, 123.0, 125.9, 128.1,

129.8, 130.2, 132.4, 136.2 and 138.8.

5-Chloro-N-phenylindole 36.

Found: m/z, 228.0573. C4H;CIN (MH+) requires m/z, 228.0575; oy 6.61 (1 H, dd, J
=3.2 and 0.5 Hz, 3-H), 7.16 (1 H, dd, J = 8.8 and 2.0 Hz, 6-H), 7.35 (1 H,d, J =3.3
Hz, 2-H), 7.37 (1 H, m, ArH), 7.45 (1 H, d ] = 8.8 Hz, 7-H), 7.43-7.48 ( 2 H, m, ArH),
7.49-7.54 (2 H, m, ArH) and 7.64 (1 H, d, ] = 2.0 Hz, 4-H); &¢ 103.5, 112.0, 120.9,

123.0, 124.8, 126.4, 127.2, 129.7, 130.1, 130.7, 134.7 and 139.8.

N-(4-Bromo)phenylindole 38.
Found: m/z, 272.0071. C4H,;NBr (MH" for 79Br) requires m/z, 272.0069; oy 6.69 (1
H, dd, J=3.3 and 0.8 Hz, 3-H), 7.15-7.26 (2 H, m, 5-H + 6-H), 7.23 (1 H,d, ] = 3.3

Hz, 2-H), 7.35-7.40 and 7.60-7.65 (4 H, m, 2"-,3",- 5"- and 6'-H), 7.52 (1 H, dd, J =
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8.4 and 1.0 Hz, 7-H) and 7.68 (1 H, dt, ] = 8.4 and 0.7 Hz, 4-H); ¢ 104.6, 110.7,

120.1,121.1, 121.7, 123.1, 126.2, 128.0, 129.8, 133.2, 136.1 and 139.3.

5-Bromo-/N-phenylindole 39.

Mp. 39-41° C. Found: C, 61.45; H, 3.7; N, 4.9; m/z, 272.0065. C4H¢BrN requires C,
61.8;H, 3.7; N, 5.1%; Ci4sH i NBr (MH+ for 79Br) requires m/z, 272.0060; dy 6.60 (1
H, dd,J=3.2 and 0.7 Hz, 3-H), 7.28 (1 H, dd, ] = 8.8 and 1.9 Hz, 6-H), 7.32 (1 H, d,
J=3.2 Hz, 2-H), 7.40 (1 H, d, ] = 8.8 Hz, 7-H), 7.34-7.39 (1 H, m, ArH), 7.43-7.48 (2
H, m, ArH), 7.49-7.55 (2 H, m, ArH) and 7.80 (1 H, d, J = 1.8 Hz, 4-H); d¢ 103.4,

112.4,113.9,124.0, 124.8, 125.6, 127.3, 129.5, 130.2, 131.4, 135.0 and 139.8.

5-Bromo-N-(4-bromo)phenylindole 40.

Mp. 72-74° C, softened 68-70°C. Found: C, 48.0; H, 2.6; N, 3.9. C4HoBr,N requires
C,47.9; H, 2.6; N, 4.0%; 6y 6.62 (1 H,d,J=3.3 Hz, 3-H), 7.28 (1 H, d, ] =3.4 Hz,
2-H), 7.30-7.37 (4 H, m, 6-H + 7-H + 3’-H + 5’-H), 7.61-7.67 (2 H, m, 2"-H + 6 '-H)
and 7.80 (1 H, d, J = 1.8 Hz, 4-H); ¢ 104.0, 112.1, 114.2, 120.7, 124.1, 125.9, 126.2,

129.2, 131.5, 133.3, 134.8 and 138.8.

3-Methoxy-5H-dibenz[b,f]azepine 48.2*

Found: m/z, 224.1079. C;sH 4NO requires m/z, 224.1070 (MH+); o 3.75 3 H, s,
CH;0), 4.91 (1 H, br s, NH), 6.06 (1 H, d, ] = 2.4 Hz, 4-H), 6.17, 6.24 (2 H, ABq, 10-
H+ 11-H), 6.36 (1 H, dd, J = 8.4 and 2.4 Hz, 2-H), 6.47 (1H, d, ] = 7.6 Hz, 6-H), 6.76
(1H, d,J=8.4Hz, 9-H), 6.79-6.85 (2 H, m, 7-H + 8-H) and 7.00 (1 H, ddd, J = 7.8,
6.1 and 2.8 Hz, 1-H); 8¢ 55.3, 103.3, 105.6, 107.4, 119.2, 123.0, 129.1, 129.6, 129.9,

130.3, 131.7, 147.5, 149.6, 152.9 and 161.2; m/z (CI) 224 (MH", 100%).
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2-Chloro-5H-dibenz|b,flazepine 49.° on 4.91 (1 H, br s, NH), 6.22, 6.35 (2 H, ABq,
10-H + 11-H), 6.43 (1 H, d, /= 8.4 Hz, 6-H), 6.49 (1 H, d, /= 7.8 Hz, 4-H), 6.83 (1H,
d,J=2.1Hz, 1-H),6.92-6.78 (2 H, m, 7-H + 8-H), 6.98 (1 H, dd, /J=8.3 and 2.3
Hz, 3-H) and 7.09 - 6.94 (1 H, m, 4-H); 6¢ 119.3, 120.3,123.2, 127.9, 128.9, 129.3,

129.7,129.9, 130.7, 131.3, 132.1, 133.4, 146.8 and 148.0.

2,8-Dichloro-5H-dibenz[b,f]lazepine 50.° 5y 6.99 (dd, J/=8.4,2.4 Hz, 2 H), 6.84 (d,
J=2.5Hz, 2 H), 6.42 (d, J/=8.4 Hz, 2 H), 6.25 (s, 2 H) and 4.89 (br s, 1 H); 8¢ 146.6,

132.0, 131.0, 130.1, 129.2, 128.3 and 120.4.

2-Bromo-5H-dibenz|b,f]lazepine 51.° Mp. 152-154°C; 6 7.09 (dd, J=8.3, 2.3 Hz, 1
H), 7.03 (ddd, J=7.9, 5.9, 3.1 Hz, 1 H), 6.95 (d, J/=2.3 Hz, 1 H), 6.82 - 6.86 (m, 2 H),
6.46 (d, J/=7.6 Hz, 1 H), 6.35 (s, 1 H), 6.30 (d, J/=12.0 Hz, 1 H), 6.17 (d, J=11.6 Hz, 1
H) and 4.89 (br s, 1 H); °C NMR (101 MHz,CDCl3) & 148.3, 147.4, 133.4, 132.8,

131.8,131.7,130.7, 130.6, 129.8, 129.3, 123.3, 120.7, 119.3 and 115.3.

2,8-Dichloro-5H-dibenz[b,f]lazepine-5-carboxamide 55. White solid; oy 4.46(2 H,
brs, NH,), 6.89 (2 H, s, 10-H + 11-H), 7.26 (2 H, s), 7.36 (2 H, d, J/=1.8 Hz) and 7.40

-7.42 (2H,d,Jj=2.3 Hz); 8¢ 121.7,130.3, 132.4, 132.7, 136.5, 138.8 and 156.3.

2,8-Dibromo-5H-dibenz|b,flazepine-5-carboxamide 56. White solid; i 4.58 (2 H,
br s, NH,), 6.87 (2 H, s, 10-H + 11-H), 7.32 (2 H, d, /=8.4 Hz), 7.51 (2 H, d, J=2.3
Hz) and 7.55 (2 H, dd, J/=8.4 and 2.2 Hz, 3-H + 7-H); 6122.1, 130.7, 132.8, 133.1,

136.9, 139.2 and 156.7.
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2. Photocopy NMR spectra
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Account CCG10011

submitted by A. V. Stachulski

sample_name AVS/EE/6

o nshber stk Eibo: BRUKER
1H-normal-15min-p.1liv CDC13 {C:\Avance400nmr} pon 40

(O

Current Data Parameters
| NAME Jan29-2013

EXPNO 400
PROCNO 1
F2 - Acquisition Parameters
Date 20130129

8
———2.155
—1.542
——0.000

Time 22.52
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG 2930
| e = ™D 65536
—_— o SOLVENT CDC13
NS 96
DS 2
SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3
bW 78.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
NUC1 1H
Pl 13.25 usec
PL1 3.00 dB
[ SFO1 400.1328009 MHz
F2 - Processing parameters
SI 131072
[ SF 400.1300229 MHz
WDW EM
| SSB 0
! 1B 0.20 Hz
GB ]
| | PC 1.00

65.33
6

6
21.80
4
1
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Account CCG10011

submitted by A. V. Stachulski

sample_name AVS/EE/4

Lab number 4th. floor BRUKER
1H-normal-15min-p.liv CDC13 {C:\Avance400nmr} pon 27

(O

Current Data Parameters

—2.156
—0.000

| NAME Jan29-2013
("% EXPNO 270
_ PROCNO 1
F2 - Acquisition Parameters
] Date 20130129
Time 15.07
INSTRUM spect
PROBHD 5 mm QNP 1H/13
NN PULPROG 2930
_— TD 65536
SOLVENT CbC13
NS 96
DS 2
SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3
DW 78.000 usec
DE 6.00 usec
TE 300.0 K
D1l 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 13.25 usec
PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 131072
SF 400.1300202 MHz
5 WDW EM
, | SSB 0
1\ LB 0.20 Hz
GB 0
| PC 1.00
|
T T T T T T T T T T T T T T T T
14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
IN < n — o
=] < o S ™
< o — o —
o o
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Account CCGL0011
Submitted by A. V. Stachulski :

Sample name AVS 6-OMe uzc:mz
Lab_number 4th. floor A\Ovplv
NAME Aug08-2013
EXPNO 80
PROCNO 1
Date 20130808
Time 11.52
Med , INSTRUM AV250
PROBHD 5 mm QNP 1H/13
PULPROG 2930
TD €5536
SOLVENT CDCL3
NS 96
DS 0
\mvw SWH 4006.410 Hz
FIDRES 0.061133 Hz
- AQ 8.1789427 sec
RG 574.7
DW 124.800 usec
DE 6.50 usec
TE 294.3 K
D1 1.00000000 sec
D0 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.00 usec
PL1 ~2.80 dB
PLLW 23.94586372 W
I SFO1 250.1317509 MHz
sI 32768
SF 250.1300069 MHz
WDW EM
5SB 0
LB 0.30 Hz
GB o
PC 1.00
% Jou L
J .
T T T T T T T T T T T T T T T T
14 13 12 1 10 9 8 7 6 5 4 3 2 1 0 ppm
|

75.09
22.24
1.99
0.68
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Account CCG1l0011

Submitted by A. V. Stachul

Sample name AVS 6-OMe'™
Lab_number 4th. floor%

Me0

85,

C><)

(<

NAME
EXPNO
PROCNO
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
aQ

RG

DW

DE

TE

Dl

DLl

TDO

NUC1
Pl
PL1
PL1W
SFOL

CPDPRG2
NuUC2
PCPD2
PL2
PL12
PL13
PL2W
PL1ZW
PL13W
SFO2
8I

SF
WDW
SSB
LB

GB

PC

T T i T - 4

T
220 200 180 160

Aug08-2013
81

1
20130808

19.46

AV250

5 mm QNP 1H/13
zgpg30

65536

CDC13

400

4
15723.271 Hz
0.239918 Hz
2.0840948 sec
13004
31.800 usec
6.50 usec
297.9 K
2,00000000 sec
0.03000000 sec
1

13¢
8.20 usec
-1.00 dB
45.72653580 W
©2.9015285 MHz

80.00 usec
-2.80 dB
15.09 dB
15.09 dB
23.94586372 W
0.38925168 W
0.38925168 W
250.1310005 MHz
32768
62.89523%90 MHz
EM
0
1.00 Hz
0
1.40
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sample name AVS/EE/3

lab number 4th. floor

1H-normal-15min-p.liv CDC13 {C:\Avance400Onmr} pon 28

7.695
7.676
7.521
7.500
7.491
7.485
7.474
7.469
7.463
7.449
7.444
7.438
7.427
7.421
7.415
7.290
7.282
7.252
7.249
7.240
7.234
7.231
7.214
7.211

)
.9

7.196
7.193
7.176
7.159
7.157
6.692
6.684
5.284
—0.000

a—

p====
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89.28

ppm

Co<)

(<O

Current Data Parameters

NAME Jan28-2013
EXPNO 280
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130128

Time 13.48
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG zg30

TD 65536
SOLVENT CDCl3

NS 96

DS 2

SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3

DW 78.000 usec
DE 6.00 usec
TE 300.0 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H

P1 13.25 usec
PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
ST 131072

SF 400.1300176 MHz
WDW EM

SSB 0

LB 0.20 Hz
GB 0

PC 1.00

10
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Account CCG10011
submitted by A. V. Stachulski
sample_name AVS/EE/5-Cl

Lab nufiber 4th.’ floor BRUKER
1H-normal-15min-p.1liv CDC1l3 {C:\Avance400nmr} pon 15

1
- < =1
- e =3
~ o S
h\ﬁ 7 7 Current Data Parameters
N | NAME Jan25-2013
EXPNO 150
PROCNO 1
F2 - Acquisition Parameters
Date__ 20130125
Time 13.08
INSTRUM spect
26 PROBHD 5 mm QNP 1H/13
—-—— PULPROG zg30
TD 65536
| SOLVENT CDC13
NS 96
DS 2
! SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3
DwW 78.000 usec
DE 6.00 usec
TE 292.2 K
| Dl 1.00000000 sec
,_ TDO 1
======== CHANNEL fl s=======
NUC1 1H
P1 13.25 usec
PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 131072
SF 400.1300162 MHz
WDW EM
SSB [¢]
LB 0.20 Hz
GB 0
| BC 1.00
NV A
T T T T T T T T T T T T T T T T
14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
o o £
© o~ O
oo o -
©

11
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Account CCG10011

submitted by A. V. Stachulski

sample name AVS/EE/5-Cl

e et Hlee: BRUKER
13C-quick-30min-p.liv CDC13 {C:\Avance4(0Onmr} pon 30

(<O

FOTNANODOMAOITO I~
CONTWHITVONOVWY O o
W~ AYNM~OoOOO o nm
AT OSAN O MmO o » e
MOMMOANNNNNNA © 0~~~
PR TR QU ek R b IR R R (RN
Current Data Parameters
{ NAME Jan25-2013
Q EXPNO 300
Z\cw PROCNO 1
1 | F2 - Acquisition Parameters
[ Date_ 20130125
Time 18.35
INSTRUM spect
PROBHD 5 mm QNP 1H/13
Wm PULPROG 2gpg30
= TD 32768
SOLVENT CDC13
NS 960
DS 4
SWH 25125.629 Hz
| FIDRES 0.766773 Hz
| AQ 0.6521332 sec
RG 6502
DW 19.900 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
dll 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
======== CHANNEL fl ========
NUCL 13C
Pl 11.12 usec
PL1 5.00 dB
| | SFO1 100.6227903 MHz
! 1 ======== CHANNEL f2 ========
I CPDPRG2 waltzl6
NUC2 1H
BCPD2 80.00 usec
PL2 -3.00 dB
PL12 16.37 dB
PL13 18.00 dB
I | SFO2 400.1316005 MHz
|
7 |

T T T T T T T T T T T T T T T T T T T T T T T T
MNoNHONOOHmOHmoquumonoHAowwopmowuowoooo wo qo mo mo Ao wo No Ho o 1Ho

12
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Account CCGL0011

submitted by A. V. Stachulski

sample name AVS/EE/2

lab number 4th. floor

1H-normal-15min-p.liv CDC13 {C:\Avance400nmr} pon 27

QD %X&K

7.638
7.634
7.505
7.497
7.492
7.486
7.481
7.475
7.468
7.422
7.416
7.409
7.403
7.392
7.387
7.382
7.375
7.300
7.292
7.249
7.181
7.176
7.159
7.154
6.625
6.623
6.617
6.615

3

1.252
—20.000

<
o
&

14 13 12 11 10 9 8

94.65

.35

Co<)

(<O

Current Data Parameters

NAME Jan28-2013
EXPNO 270
PROCNO 1

F2 - Acquisition Parameters
Date 20130128
Time™ 13.33
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG 2g30

TD 65536
SOLVENT CDC13

NS 96

DS 2

SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3

DW 78.000 usec
DE 6.00 usec
TE 293.9 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H

Pl 13.25 usec
PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 131072

SF 400.1300141 MHz
WDW EM

SSB 0

LB 0.20 Hz
GB 0

PC 1.00

13



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2013

Account CCG10011

submitted_by A. V. Stachulski

sample_name AVS/EE/2

lab number 4th. floor

13C-quick-30min-p.liv CDC13 {C:\Avance400nmr} pon 45

138.331

134,629
132.848
130.778
130.317

X 126.634
125.917
123.287
121,015

T 111.710
103.973

T 129.400

ad

1%

77.753
77.640
77.435
77.118

T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100

T
90

T
80

T
70

T
60

T
50

T
40

T
30

T
20

T
ppm

<)

BRUKER

(<O

Current Data Parameters

NAME Jan28-2013
EXPNO 450
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130128

Time 21.02
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG zgpg30

TD 32768
SOLVENT CcDCl3

NS 960

DS 4

SWH 25125.629 Hz
FIDRES 0.766773 Hz
AQ 0.6521332 sec
RG 6502

DW 19.900 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
di1 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C

Pl 11.12 usec
PL1 5.00 dB
SFOl 100.6227903 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL12 16.37 dB
PL13 18.00 dB
SFO2 400.1316005 MHz
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Account CCG10011

submitted by A. V. Stachulski

sample name AVS/EE/9

lab mumber ¢th.’ floor BRUKER
1H-normal-15min-p.liv CDC13 {C:\Avance400nmr} pon 7

(O

4219143103609465375304610476_/7518373073925286386315335 o
99988_/_/7_/433110220000988765876654433321009977755998865 o
666666666666666555554333333222222222222221111111666612 o
7.7.7.7.7.7.7.7.7.7.7.7.7.77.7.77.7.7.7.7.7.7.7.777777777777.7777777777%6.&6&&1“ IS
\ — Current Data Parameters
NAME Jan30-2013
EXPNO 720
PROCNO 1
F2 - Acquisition Parameters
g Date__ 20130131
R Time 10.00
- INSTRUM spect
% PROBHD 5 mm QNP 1H/13
- PULPROG 2g30
D 65536
SOLVENT CDC13
NS 26
DS 2
SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 161.3
bW 78.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
| Pl 13.25 usec
| _ PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 131072
SF 400.1300190 MHz
WDW EM
SSB 0
! LB 0.20 Hz
GB 0
[ PC 1.00
yl (- A 1 \{r\[
T T T T T T T T T T T T T T T T
14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
~ ™
© —
< r
kY
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Account CCG10011

submitted by A. V. Stachulski

sample name AVS/EE/7

lab number 4th. floor

1H-normal-15min-p.liv CDC13 {C:\Avance40QOnmr} pon 2

R

—1.533
—1.252

14 13 12 11 10 9 8 7 6 5 4 3 2

9.25
77.38
8.71
0.82

o4

Co<)

BRUKER

(<O

Current Data Parameters

NAME Jan30-2013

EXPNO 700

PROCNO 1

F2 - Acquisition Parameters

Date_ 20130131

Time 9.30

INSTRUM spect

PROBHD 5 mm QNP 1H/13

PULPROG zg30

TD 65536

SOLVENT CDC13

NS 96

Ds 2

SWH 6410.256 Hz

FIDRES 0.097813 Hz

AQ 5.1118579 sec

RG 161.3

DW 78.000 usec

DE 6.00 usec

TE 300.0 K

Dl 1.00000000 sec

TDO 1
CHANNEL f1

NUCL 1H

Pl 13.25 usec

PLL 3.00 dB

SFO1 400.1328009 MHz

F2 - Processing parameters

ST 131072

SF 400.1300167 MHz

WDW EM

SSB 0

LB 0.20 Hz

GB 0

PC 1.00
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Account CCG10011
submitted by A. V. Stachulski
sample_name AVS/EE/8

lab number 4th. floor

1H-normal-15min-p.liv CDC13 {C:\Avance400nmr} pon 3

%%AE\

7\

7.835
7.830
7.818
7.799
7.795
7.655
7.648
7.643
7.631
7.626
7.619
7.366
7.357
7.350
7.345
7.333
7.328
7.321
7.308
7.303
7.286
7.281
7.272
7.251

6.625

6.616

—2.168

T——2.044
——1.550

—1.258
——0.000

.70

85.47

o<

BRUKER

(O

Current Data Parameters

NAME Jan30-2013
EXPNO 710
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130131

Time 9.45
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG 2g30

TD 65536
SOLVENT CDC13

NS 96

DS 2

SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 228.1

DW 78.000 usec
DE 6.00 usec
TE 294.4 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H

Pl 13.25 usec
PL1 3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
ST 131072

SF 400.1300133 MHz
WDW EM

SSB 0

LB 0.20 Hz
GB 0

PC 1.00
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Account CCG10011

submitted_by A. V. Stachulski

sample_name AVS/EE/8

Lab mufiber 4th. floor BRUKER
13C-quick-30min-p.1liv CDC13 {C:\Avanced00nmr} pon 3

B =
F Current Data Parameters
\S N NAME Jan30-2013
i EXPNO 711
< H
Be

138.780
134.834
133.303
131.451
103.962
77.758
77.643
77.441
77.123

PROCNO
F2 - Acquisition Parameters
Date_ 20130131
Time 21.49
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 960
DS 4
SWH 25125.629 Hz
FIDRES 0.766773 Hz
AQ 0.6521332 sec
RG 6502
oW 19.900 usec
[ DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
dll 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13c
Pl 11.12 usec
PL1 5.00 dB
SFO1 100.6227903 MHz
I ======== CHANNEL f2 ========
CPDPRG2 waltzlé
L NUC2 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL12 16.37 dB
PL13 18.00 dB
| | | | SFO2 400.1316005 MHz
| —
Ui e e —— . 1.;§L e . i
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
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10 ppm
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I58-2-Br 520 1 C:\Bruker\TOPSPIN stachuls
submitted by E.Elliott

sample_name ISB-2-Br

- lab number 4.13

quick.proton CDC1l3 {F:\Av400TopSpin} rc 52

] |\\~m_T
N

] <)

w0 — _ "

} o e o
it L : S 1

N - - |

J e $ I 2

- e ] o

D~ . =l s <
nf — - — e — ™ N

T 7 T T 7 T T 4 T T T 7 T T T 7
8 6 4 2 fppm]
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