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1.NMR specta of the studied compounds 

1,9-di(thien-2-ylthio)-5-phenyl-dipyrromethene 14 
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1,9-di(thien-2-ylthio)-5-(4-nitrophenyl)-dipyrromethene 15 
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3,5-di(thien-2-ylthio)-8-phenyl-BODIPY 5 
EL209(3).001.001.1r.esp

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

2.022.002.077.422.01

7
.5

8
7
.5

7
7
.4

5
7
.4

5
7
.4

4
7
.4

4
7
.4

3
7
.4

2
7
.2

5
7
.1

2

6
.6

2
6
.6

1

5
.9

2
5
.9

1

1
.5

4

 
EL209(3).001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5
Chemical Shift (ppm)

2.022.002.077.422.01

7
.5

8
7

.5
8

7
.5

7
7

.5
7

7
.4

8
7

.4
5

7
.4

5
7

.4
4

7
.4

4
7

.4
3

7
.4

2
7

.2
5

7
.1

3
7

.1
2

7
.1

2
7

.1
1

6
.6

2
6

.6
1

5
.9

2
5

.9
1

 

N N

S S

S S

B

F F



IU26(1)C.002.esp

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
Chemical Shift (ppm)

7
6
.6

8
7

7
.0

0
7

7
.3

1

1
1
7

.6
8

1
2
6

.5
4

1
2
8

.1
2

1
2
8

.2
9

1
2
9

.3
0

1
2
9

.9
6

1
3
0

.2
2

1
3
2

.7
0

1
3
3

.5
8

1
3
5

.9
9

1
3
7

.6
0

1
3
9

.4
5

1
5
7

.4
0

 
EL209(3) IU26(1)C 
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3,5-di(thien-2-ylthio)-8-(4-nitrophenyl)-BODIPY 6 
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3,5-di(2,2’-dithien-5-ylthio)-8-phenyl-BODIPY 7 
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2. UV-Vis spectra 
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Fig. S1. Normalized absorption spectra of 5-8, toluene. 

3. Solid Fluorescence 

(a) (b)

 
Fig S2. Sample of 5 crystals at (a) ambient and (b) UV ( = 254 nm) light. 



a) b)

 
c)

 
Fig. S3. Solid luminescence measurements of crystals of 5. a) Emission, excited at 390 nm, filter 
down to 450 nm; b) emission, excited at 670 nm, non-filtered; c) Fluorescence excitation, 
registration at 750 nm, filtered down to 450 nm.  



4. CVA measurements 

5

-2000 -1000 0 1000 2000

E, mV

-0.02

0

0.02

0.04

0.06

I,
 m

A

 

7

-3000 -2000 -1000 0 1000 2000

E, mV

-0.04

0

0.04

0.08

I,
 m

A

 

6

-3000 -2000 -1000 0 1000 2000

E, mV

-0.12

-0.08

-0.04

0

0.04

I,
 m

A

-1000 0 1000

-0.04

-0.02

0

0.02

0.04

 

8

-3000 -2000 -1000 0 1000 2000

E, mV

-0.02

-0.01

0

0.01

0.02

0.03

I,
 m

A

 

 
Fig. S4 CVA curves of the compounds 5-8. CVA was done on glassy carbon electrode for 10-3 M 
solutions in DMF, 0.1M of NBu4CLO4 was used as background, potentials were reported vs. 
Ag/AgCl 
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Fig S5. Current increase in CVA experiments of 7 on the repetitive cycling a) glass carbon 
electrode b) Au electrode 

5.Calculations 
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Fig. S6 – MO energies of 5 and 7, according to B3LYP/6-31+g(d) calculations, corrected to 
CVA experiments conditions (EDMF, eV = -(4.73 + Evac, Hartree ×27.1), referenced vs Fe/Fe+ in 
DMF. 
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Fig. S7 – MO energies of 6 and 8, according to B3LYP/6-31+g(d) calculations, corrected to 
CVA experiments conditions (EDMF, eV = -(4.73 + Evac, Hartree ×27.1), referenced vs Fe/Fe+ in 
DMF. 
 
SCE vs vacuum 4.71  
NHE vs vacuum 4.6 V  
 
 


