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1. Absorption and emission spectra of 1a-b, 2a-b, and 3 
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Fig. S1. Absorption spectra and normalized emission spectra of compounds 1a-b, 

2a-b and 3 in THF. The emission spectra of 1a-b, 2a-b and 3 were recorded under the 

excitation wavelength of 340, 406, 406, 406 and 380 nm, respectively. 
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2. Absorption spectra of 1a-b, 2a-b, and 3 in solution and in thin film 
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Fig. S2. Normalized absorption spectra in THF solution and solid film (spin-coated 

from CHCl3 solution) for compounds 1a-b, 2a-b, and 3 
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Table S1. UV and PL data for compounds 1a-b, 2a-b, and 3 

 
Solution Film 

λabs / nm εmax / M
-1

 cm
-1

 λPL / nm λabs / nm 

1a 431 5800 457 447 

1b 431 6500 457 447 

2a 429 6400 447 442 

2b 429 5200 447 443 

3 399 4100 504 411 
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3. CV curves and DPV curves of 1a-b, 2a-b, and 3 
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Fig. S3. CV curves and DPV curves (inset) for compounds 1a-b, 2a-b, and 3 in DCM 

with 0.1 M Bu4NPF6 as supporting electrolyte, a gold electrode with a diameter of 2 

mm, a Pt wire, and an Ag/AgCl electrode were used as the working electrode, the 

counter electrode, and the reference electrode, respectively, with a scan rate at 100 

mV/s. 
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4. Thermogravimetric analysis (TGA) curves for 1a-b, 2a-b, and 3. 
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Fig. S4. Thermogravimetric analysis (TGA) curves for compounds 1a-b, 2a-b, and 3 

with a heating rate of 10 
o
C/min under nitrogen. 
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5. Additional differential scanning calorimetry (DSC) curves for 1a-b and 2b. 
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Fig. S5. DSC curves for compounds 1a-b and 2b with a heating/cooling scan rate of 

10 
o
C/min under nitrogen (Cr = crystalline phase, I = isotropic phase). 
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6. Additional polarizing optical microscopy (POM) images of 1a-b and 2b 

 

 

Fig. S6. POM images for 1a, 1b and 2b. A) 1a, at 250 
o
C upon slow cooling; B) 1b, 

at 260 
o
C upon slow cooling; C) 2b, at 315 

o
C upon slow cooling. 
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7. X-ray diffraction (XRD) data of 1a-b, 2a-b, and 3 
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 Fig. S7. Powder XRD patterns for 1a-b, 2a-b, and 3 at room temperature
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Fig. S8. Variable-Temperature Powder XRD (VT-XRD) patterns for 2a at 160 
o
C and 

130 
o
C. 
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8. Additional space-charge limited-current measurements for 1b and 2b. 
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Fig. S9. Double logarithmic plot of the current density (J) versus applied voltage (V) 

curves for 1b and 2b. 
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9. 
1
H NMR and 

13
C NMR spectra

 
 

1
H NMR spectrum of compound 5

 
4

.0
1

3
8

4
.0

0
0

0

2
.0

0
8

5

2
.0

0
9

9

1
.9

5
4

7

6
.0

1
2

2

In
te

g
ra

l
7

.2
6

0
6

7
.2

2
4

1

7
.2

0
7

7

7
.0

3
8

8

7
.0

3
1

2

7
.0

2
7

4

7
.0

1
9

8

7
.0

1
2

3

6
.9

7
5

7

6
.9

6
9

4

6
.9

6
1

8

6
.9

5
6

8

6
.9

4
9

2

6
.9

4
2

9

6
.9

0
7

6

2
.3

8
9

2
(ppm)

0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0

* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0916

E X P NO : 5

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    500.1300000 MHz

LOCN UC : 2H

NS :              8

O1 :        3088.51 Hz

P ULP ROG : zg30

S FO1 :    500.1330885 MHz

S OLV E NT : CDCl3

S W :        20.6557 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           0.30 Hz

P HC0 :         -0.320 degr ee

P HC1 :         -5.447 degr ee

1H AMX 500

4
.0

1
3

8

4
.0

0
0

0

2
.0

0
8

5

2
.0

0
9

9

1
.9

5
4

7

7
.5

8
0

9

7
.5

6
4

5

7
.2

6
0

6

7
.2

2
4

1

7
.2

0
7

7

7
.0

3
8

8

7
.0

3
1

2

7
.0

2
7

4

7
.0

1
9

8

7
.0

1
2

3

6
.9

7
5

7

6
.9

6
9

4

6
.9

6
1

8

6
.9

5
6

8

6
.9

4
9

2

6
.9

4
2

9

6
.9

0
7

6
(ppm)

6.907.007.107.207.307.407.50

 

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012



Electronic Supplementary Information (ESI) for Organic & Biomolecular Chemistry 

 

S13 

 

13
C NMR spectrum of compound 5
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1
H NMR spectrum of compound 6
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj1230

E XP NO : 2

P ROCNO : 1

* * *  Acquisition  Par am eter s * * *

INS TRUM : av500

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        3088.51 Hz

P ULP ROG : zg30

S FO1 :    500.1330885 MHz

S OLV ENT : CDCl3

S W :        20.6557 ppm

TD :          32768

TE :          297.0 K

* * *  Pr ocessing Par am eter s * * *

LB :           0.30 Hz

* * *  1D NMR P lot P ar am eter s * * *

NUCLEUS : off

1H AMX 500
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13
C NMR spectrum of compound 6
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Current Data Parameters

NAME            sjj0305

EXPNO                10
PROCNO                1

F2 - Acquisition Parameters
Date_          20120305
Time              23.11

INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3
NS                 1038

DS                    0
SWH           30030.029 Hz
FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384
DW               16.650 usec

DE                 6.00 usec

TE                322.9 K
D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec
TD0                   1

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

P1                 8.90 usec
PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec

PL2                1.00 dB
PL12              15.83 dB

PL13              15.83 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577787 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz
GB                    0

PC                 1.40

13C AMX500
2Br-2NHTs

125130135140145 ppm
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1
H NMR spectrum of compound 7 
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0104

E X P NO : 3

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    500.1300000 MHz

LOCN UC : 2H

NS :              8

O1 :        3088.51 Hz

P ULP ROG : zg30

S FO1 :    500.1330885 MHz

S OLV E NT : CDCl3

S W :        20.6557 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           0.30 Hz

P HC0 :         87.382 degr ee

P HC1 :         -1.290 degr ee

2Br -2NH2
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13
C NMR spectrum of compound 7 
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Current Data Parameters

NAME            sjj0305

EXPNO                11
PROCNO                1

F2 - Acquisition Parameters
Date_          20120306
Time               0.12

INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3
NS                  168

DS                    0
SWH           30030.029 Hz
FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384
DW               16.650 usec

DE                 6.00 usec

TE                324.8 K
D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec
TD0                   1

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

P1                 8.90 usec
PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec

PL2                1.00 dB
PL12              15.83 dB

PL13              15.83 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577824 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz
GB                    0

PC                 1.40

13C AMX500
2Br-2NH2
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1
H NMR spectrum of compound 8 
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*** Current Data Parameters ***

NAME : sjj120~1

EXPNO : 1

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        1853.43 Hz

PULPROG : zg30

SFO1 :    300.1318534 MHz

SOLVENT : CDCl3

SW :        17.9519 ppm

TD :          32768

TE :          297.7 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    300.1300121 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

BT-2Br
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13
C NMR spectrum of compound 8 
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Current Data Parameters

NAME            sjj0305

EXPNO                12
PROCNO                1

F2 - Acquisition Parameters
Date_          20120306
Time               0.22

INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3
NS                   40

DS                    0
SWH           30030.029 Hz
FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384
DW               16.650 usec

DE                 6.00 usec

TE                323.9 K
D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec
TD0                   1

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

P1                 8.90 usec
PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec

PL2                1.00 dB
PL12              15.83 dB

PL13              15.83 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577870 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz
GB                    0

PC                 1.40

13C AMX500
2Br-BT
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1
H NMR spectrum of compound 9 
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Current Data Parameters
NAME            sjj1207

EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20101207

Time              23.07
INSTRUM           av500

PROBHD   5 mm BBO BB-1H
PULPROG            zg30
TD                32768

SOLVENT            DMSO
NS                    8

DS                    0
SWH           10330.578 Hz
FIDRES         0.315264 Hz

AQ            1.5860696 sec
RG               1625.5

DW               48.400 usec
DE                 6.00 usec
TE                299.7 K

D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                 1H
P1                11.30 usec
PL1               -2.00 dB

SFO1        500.1330885 MHz

F2 - Processing parameters
SI                16384
SF          500.1300127 MHz

WDW                  EM
SSB                   0

LB                 0.30 Hz
GB                    0

PC                 1.00

1H AMX500

BT-2CN
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13
C NMR spectrum of compound 9 
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Current Data Parameters

NAME            sjj0308

EXPNO                 3
PROCNO                1

F2 - Acquisition Parameters
Date_          20120308
Time              23.14

INSTRUM           spect
PROBHD   5 mm PABBO BB/
PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3
NS                   50

DS                    0
SWH           30030.029 Hz
FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384
DW               16.650 usec

DE                 6.00 usec

TE                298.0 K
D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec
TD0                   1

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

P1                 8.90 usec
PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec

PL2                1.00 dB
PL12              15.83 dB

PL13              15.83 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577943 MHz
WDW                  EM

SSB                   0
LB                 1.00 Hz
GB                    0

PC                 1.40

13C AMX500
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1
H NMR spectrum of compound 10 
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13
C NMR spectrum of compound 10 
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1
H NMR spectrum of compound 11a 
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13
C NMR spectrum of compound 11a 
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1
H NMR spectrum of compound 11b 
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0317

E X P NO : 7

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    500.1300000 MHz

LOCN UC : 2H

NS :              8

O1 :        3088.51 Hz

P ULP ROG : zg30

S FO1 :    500.1330885 MHz

S OLV E NT : CDCl3

S W :        20.6557 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           0.30 Hz

P HC0 :         57.752 degr ee

P HC1 :          4.860 degr ee

1H-AMX  500
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13
C NMR spectrum of compound 11b 
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0317

E X P NO : 2

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    125.7577890 MHz

LOCN UC : 2H

NS :             32

O1 :       13204.57 Hz

P ULP ROG : zgpg30

S FO1 :    125.7709936 MHz

S OLV E NT : CDCl3

S W :       238.7675 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           1.00 Hz

P HC0 :        227.547 degr ee

P HC1 :         25.059 degr ee

13C A MX 500
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1
H NMR spectrum of compound 11c
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*** Current Data Parameters ***

NAME : sjj1229

EXPNO : 4

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              4

NUCLEUS : off

O1 :        2374.43 Hz

PULPROG : zg30

SFO1 :    500.1323744 MHz

SOLVENT : CDCl3

SW :        19.9947 ppm

TD :          32768

TE :          300.0 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    500.1300133 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

1H AMX500

K2CO3
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13
C NMR spectrum of compound 11c 
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Current Data Parameters

NAME            sjj1229

EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20101229

Time              18.36

INSTRUM           av500
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  133

DS                    0
SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384

DW               16.650 usec

DE                 6.00 usec

TE                300.0 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 7.30 usec

PL1                0.00 dB

SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB

PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577925 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500
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1
H NMR spectrum of compound 12a 
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*** Current Data Parameters ***

NAME : sjj0211

EXPNO : 1

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        3088.51 Hz

PULPROG : zg30

SFO1 :    500.1330885 MHz

SOLVENT : DMSO

SW :        20.6557 ppm

TD :          32768

TE :          300.0 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    500.1300128 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

1H AMX500 
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13
C NMR spectrum of compound 12a 
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Current Data Parameters

NAME            sjj0206

EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20110206

Time              20.29

INSTRUM           av500

PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                   64

DS                    0

SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384
DW               16.650 usec

DE                 6.00 usec

TE                300.0 K
D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec
TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 7.30 usec

PL1                0.00 dB

SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB
PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7578025 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500

2NH2--C24
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1
H NMR spectrum of compound 12b 
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*** Current Data Parameters ***

NAME : sjj0318

EXPNO : 1

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        3088.51 Hz

PULPROG : zg30

SFO1 :    500.1330885 MHz

SOLVENT : CDCl3

SW :        20.6557 ppm

TD :          32768

TE :          299.8 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    500.1300127 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

1H AMX500

2NH2--C3,7
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C NMR spectrum of compound 12b 
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Current Data Parameters

NAME            sjj0318

EXPNO                 2
PROCNO                1

F2 - Acquisition Parameters
Date_          20110318

Time              20.10

INSTRUM           av500
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  307

DS                    0
SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384

DW               16.650 usec

DE                 6.00 usec

TE                300.3 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 7.30 usec

PL1                0.00 dB

SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB

PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577888 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500
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1
H NMR spectrum of compound 12c
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*** Current Data Parameters ***

NAME : sjj0106

EXPNO : 3

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        3088.51 Hz

PULPROG : zg30

SFO1 :    500.1330885 MHz

SOLVENT : CDCl3

SW :        20.6557 ppm

TD :          32768

TE :          300.0 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    500.1300128 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

1H AMX500
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13
C NMR spectrum of compound 12c 
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Current Data Parameters

NAME            sjj0106

EXPNO                 4
PROCNO                1

F2 - Acquisition Parameters
Date_          20110106

Time              15.11

INSTRUM           av500
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  355

DS                    0
SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384

DW               16.650 usec

DE                 6.00 usec

TE                300.2 K

D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 7.30 usec

PL1                0.00 dB

SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB

PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577897 MHz

WDW                  EM

SSB                   0
LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500
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1
H NMR spectrum of compound 1a
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0211

EX PNO : 5

PROCNO : 1

* * *  Acquisition  Par am eter s * * *

INSTRUM : av500

LOCNUC : 2H

NS :              8

NUCLE US : off

O1 :        3088.51 Hz

PULPROG : zg30

SFO1 :    500.1330885 MHz

SOLVE NT : DMSO

SW :        20.6557 ppm

TD :          32768

TE :          300.0 K

* * *  P r ocessing Par am eter s * * *

LB :           0.30 Hz

* * *  1D NMR P lot P ar am eter s * * *

NUCLE US : off
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C NMR spectrum of compound 1a 
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Current Data Parameters

NAME            sjj0211

EXPNO                 3

PROCNO                1

F2 - Acquisition Parameters

Date_          20110211

Time              11.05

INSTRUM           av500
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  449

DS                    0
SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384

DW               16.650 usec

DE                 6.00 usec

TE                300.0 K
D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec
TD0                   1

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

P1                 7.30 usec

PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB
PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577897 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500
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1
H NMR spectrum of compound 1b 
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0323

E X P NO : 1

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    500.1300000 MHz

LOCN UC : 2H

NS :             48

O1 :        3088.51 Hz

P ULP ROG : zg30

S FO1 :    500.1330885 MHz

S OLV E NT : CDCl3

S W :        20.6557 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           0.30 Hz

P HC0 :        171.714 degr ee

P HC1 :         -0.087 degr ee
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13
C NMR spectrum of compound 1b 
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* * *  Cur r ent Data P ar am eter s * * *

NAME : sjj0401

E X P NO : 5

P ROCNO : 1

* * *  Acquisition  P ar am eter s * * *

BF1 :    125.7577890 MHz

LOCN UC : 2H

NS :          16354

O1 :       13204.57 Hz

P ULP ROG : zgpg30

S FO1 :    125.7709936 MHz

S OLV E NT : CDCl3

S W :       238.7675 ppm

* * *  P r ocessing P ar am eter s * * *

LB :           1.00 Hz

P HC0 :        187.845 degr ee

P HC1 :         84.823 degr ee
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1
H NMR spectrum of compound 2a
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*** Current Data Parameters ***

NAME : sjj0210

EXPNO : 3

PROCNO : 1

*** Acquisition  Parameters ***

LOCNUC : 2H

NS :              8

NUCLEUS : off

O1 :        3088.51 Hz

PULPROG : zg30

SFO1 :    500.1330885 MHz

SOLVENT : CDCl3

SW :        20.6557 ppm

TD :          32768

TE :          300.0 K

*** Processing Parameters ***

LB :           0.30 Hz

SF :    500.1300127 MHz

*** 1D NMR Plot Parameters ***

NUCLEUS : off

1H AMX500
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Current Data Parameters

NAME            sjj0210

EXPNO                 4

PROCNO                1

F2 - Acquisition Parameters

Date_          20110210

Time              13.12

INSTRUM           av500
PROBHD   5 mm BBO BB-1H

PULPROG          zgpg30

TD                65536
SOLVENT           CDCl3

NS                  500

DS                    0
SWH           30030.029 Hz

FIDRES         0.458222 Hz

AQ            1.0912410 sec

RG                16384

DW               16.650 usec

DE                 6.00 usec

TE                300.0 K
D1           1.00000000 sec

d11          0.03000000 sec

DELTA        0.89999998 sec
TD0                   1

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

P1                 7.30 usec

PL1                0.00 dB
SFO1        125.7709936 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16
NUC2                 1H

PCPD2             80.00 usec

PL2               -2.00 dB
PL12              15.00 dB

PL13              25.00 dB

SFO2        500.1320005 MHz

F2 - Processing parameters

SI                32768
SF          125.7577915 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

13C AMX500

B4
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1
H NMR spectrum of compound 2b 
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13
C NMR spectrum of compound 2b 
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1
H NMR spectrum of compound 3 
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13
C NMR spectrum of compound 3 
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10. MALDI-TOF mass spectra for 1a-b, 2a-b and 3. 

MALDI-TOF MS spectrum for 1a (Pepmix as internal standard) 
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MALDI-TOF MS spectrum for 1b (Pepmix as external standard) 
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MALDI-TOF MS spectrum for 2a (Pepmix as external standard) 
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MALDI-TOF MS spectrum for 2b (Pepmix as external standard) 
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MALDI-TOF MS spectrum for 3 (Pepmix as external standard) 
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