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Figure S1. UV Vis. spectra of compounds 1 (dotted line), 2 (line) and 3 (short dashes), 10-5M in CH2Cl2. 
 
 

 
Figure S2. Deconvoluated CV of 1, CH2Cl2 TBAPF6 0.1M 100mV/s 
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Figure S3. Deconvoluated CV of 2, CH2Cl2 TBAPF6 0.1M 100mV/s 

 
 

 
Figure S4. Deconvoluated CV of 8, CH2Cl2 TBAPF6 0.1M 100mV/s 
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Figure S5 : normalized CV of compounds 1 (line) and 9 (dotted line) 
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Fig S6. Molecular orbital diagram of 1. Contour values are ±0.05 [e/bohr3]½ 
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Fig S7. Molecular orbital diagram of 2. Contour values of orbitals were chosen to match approximatively the 
volume of those in Fig SX. The cutoff values are ±0.035 [e/bohr3]½ 

 

Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2011



 

Fig S8. Molecular orbital diagram of 3. Contour values of orbitals were chosen to match approximatively the 
volume of those in Fig SX and SX. The cutoff values are ±0.03 [e/bohr3]½ 
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Fig S9. Theoretical absorption spectra of 1. 

 

Table S1. TD-DFT calculated energies of the first low-lying electronic excitations associated with an 
oscillator factor f>0.05 of compound 1. 

Energy (cm-1) λ (nm) Osc. Transitions 

22682 441 1.28 HOMO→LUMO (96%) 

25444 393 0.45 HOMO→LUMO+1 (91%) 

29512 339 0.17 HOMO-1→LUMO+1 (71%), HOMO→LUMO+2 (14%) 

29591 338 0.19 
HOMO→LUMO+2 (51%), HOMO-1→LUMO+1 (19%),  
HOMO→LUMO+5 (13%), 
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13C NMR 

ppm (t1) 7.107.207.307.407.507.607.707.80
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Derivative 5 
1H NMR 
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13C NMR 

ppm (t1)
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0

5000

7,
73

6
7,

72
8

7,
59

5
7,

59
1

7,
57

8
7,

57
4

7,
55

7

7,
34

9
7,

34
1

7,
28

4
7,

28
2

7,
28

0
7,

27
7

7,
27

2
7,

26
0

7,
18

1
7,

17
1

7,
16

8
7,

16
4

7,
15

4
7,

09
6

7,
08

9
7,

08
6

7,
07

9

2.03

2.00

2.07

6.08

1.10

6.31

Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2011



ppm (t1)
110120130140150160170180

-5000

0

50000

10000

15000

20000

25000
18

2,
66

0

15
3,

91
0

14
7,

89
5

14
5,

51
4

14
3,

59
7

14
1,

73
6

13
7,

67
5

13
0,

62
2

12
8,

11
2

12
7,

67
6

12
7,

48
5

12
7,

10
8

12
5,

58
1

12
4,

68
6

12
3,

94
7

12
3,

32
8

12
2,

86
7

 
 
 
 
 
Derivative 1 
1H NMR 
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13c NMR 

ppm (t1)
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Derivative 2 
1H NMR 
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13C NMR (CD2Cl2) 
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Derivative 3 
1H NMR 
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13C NMR 
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Derivative 8 
1H NMR 

 
 
Derivative 9 
1H NMR 
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