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S1. UV-vis Spectrum of Bithiazole 6 

 

Figure S1. UV-vis absorption spectrum of bithiazole 6 in CH2Cl2 at 0.010 mM. Peaks: 241 

(log ε 3.78), 265 inf (3.54), 298 inf (3.43), 363 inf (3.15), 383 inf (3.25), 405 (3.30). 

Calculation of optical band gab 

The optical band gap was calculated using the formula (derived from Beer-Lambert Law): 

𝐸𝑔
𝑜𝑝𝑡 =

ℎ × 𝑐

𝜆𝑚𝑎𝑥
𝑜𝑛𝑠𝑒𝑡 

Where h is Plank’s constant (6.626 × 10-34 J·s), c is the speed of light (3.0 × 108 m·s-1) and 

λmax
onset (m) is onset of the absorption band with the highest wavelength. Conversion factor: 1 

eV = 1.6 × 10-19 J. 
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S2. Cyclic Voltammetry 

 

 

Figure S2. Cyclic voltammogram of bithiazole 6. The voltammogram was run in a 1.0 mM 

solution of compound 6 in dry (over CaH2), HPLC grade DCM containing TBABF4 (0.1 M) as 

an electrolyte. A three-electrode electrochemical cell was used with an Au working electrode 

(ø 3 mm), Pt wire as counter electron and Ag/AgCl (1.0 M KCl) as reference electrode. Scan 

rate 50 mV·s−1. Temperature = 20 °C. Fc/Fc+ (EFc/Fc+ = 0.475 V vs. SCE [1]) was used as an 

internal reference. 

Calculation of HOMO/LUMO values and electrochemical band gab 

EHOMO = -[(𝐸1/2
+1/0

 - 𝐸𝐹𝑐/𝐹𝑐+) + 5.1] eV 

ELUMO = -[(𝐸1/2
0/−1

 - 𝐸𝐹𝑐/𝐹𝑐+) + 5.1] eV 

Eg
echem = 𝐸1/2

+1/0
 - 𝐸1/2

0/−1
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S4. 1H, 13C NMR and Mass Spectra of Bithiazole 6 
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Current Data Parameters
NAME     Andreas Kalogirou
EXPNO               279
PROCNO                1

F2 - Acquisition Parameters
Date_          20130710
Time               5.13
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                   16
DS                    2
SWH           10330.578 Hz
FIDRES         0.157632 Hz
AQ            3.1719425 sec
RG                 90.5
DW               48.400 usec
DE                 6.50 usec
TE                296.0 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        500.0361158 MHz
NUC1                 1H
P1                11.75 usec
PLW1        15.41699982 W

F2 - Processing parameters
SI                65536
SF          500.0330402 MHz
WDW                  EM
SSB      0
LB                 0.30 Hz
GB       0
PC                 1.00

AK520
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Current Data Parameters
NAME     Andreas Kalogirou
EXPNO               280
PROCNO                1

F2 - Acquisition Parameters
Date_          20130710
Time               9.31
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            jmod
TD                65536
SOLVENT           CDCl3
NS                 4904
DS                    4
SWH           29761.904 Hz
FIDRES         0.454131 Hz
AQ            1.1010048 sec
RG                 2050
DW               16.800 usec
DE                 6.50 usec
TE                296.7 K
CNST2       145.0000000
CNST11        1.0000000
D1           2.00000000 sec
D20          0.00689655 sec
TD0                   1

======== CHANNEL f1 ========
SFO1        125.7459782 MHz
NUC1                13C
P1                 8.70 usec
P2                17.40 usec
PLW1       138.00000000 W

======== CHANNEL f2 ========
SFO2        500.0350280 MHz
NUC2                 1H
CPDPRG[2        waltz16
PCPD2             80.00 usec
PLW2        15.41699982 W
PLW12        0.33258000 W

F2 - Processing parameters
SI                32768
SF          125.7334101 MHz
WDW                  EM
SSB      0
LB                 1.00 Hz
GB       0
PC                 1.40

AK520




