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Figure S1. 1H NMR (acetone-d6, 500 MHz, 303 K) mixture of compound 3b and 6. 



 

Figure S2. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) mixture of compound 3b and 6. 



 

Figure S3. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3b. 



 

Figure S4. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3b. 



 

Figure S5. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3c. 



 

Figure S6. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3c. 



 

Figure S7. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3d. 



 

Figure S8. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3d. 



 

Figure S9. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3e. 



 

Figure S10. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3e. 



 

Figure S11. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3f. 



 

Figure S12. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3f. 



 

Figure S13. 1H NMR (acetone-d6, 500 MHz, 303 K) of compound 3g. 



 

Figure S14. 13C{1H} NMR (acetone-d6, 126 MHz, 303 K) of compound 3g. 



300 400 500 600 700 800

0,0

0,5

  

 
ab

so
rp

ti
on

, A
 / 

os
ci

ll
at

or
 s

tr
en

gt
h 3a

wavelength, nm

300 400 500 600 700 800

0,0

0,5

  

 

ab
so

rp
ti

on
, A

 / 
os

ci
ll

at
or

 s
tr

en
gt

h 3b

wavelength, nm  

200 300 400 500 600 700 800

0,0

0,5

  

ab
so

rp
ti

on
, A

 / 
os

ci
ll

at
or

 s
tr

en
gt

h 3c

wavelength, nm  

300 400 500 600 700 800

0,0

 

ab
so

rp
ti

on
, A

 / 
os

ci
lla

to
r 

st
re

ng
th 3d

wavelength, nm

300 400 500 600 700 800

0,0

 

 

 
ab

so
rp

ti
on

, A
 / 

os
ci

lla
to

r 
st

re
ng

th 3e

wavelength, nm  

300 400 500 600 700 800

0,0

0,5

 

ab
so

rp
ti

on
, A

 / 
os

ci
ll

at
or

 s
tr

en
gt

h

wavelength, nm

3f

300 400 500 600 700 800

0,0

0,5

  

3g

ab
so

rp
ti

on
, A

 / 
os

ci
ll

at
or

 s
tr

en
gt

h

wavelength, nm  

Figure S15. Experimental (black) vs theoretical (red) UV/Vis spectra of 3a – 3g. 
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Figure S16. Frontier orbitals of 3a – 3g and 6. 



 

Figure S17. ADMET prediction for compound 1 

1 



 

Figure S18. ADMET prediction for compound 3a 

3a 



 

Figure S19. ADMET prediction for compound 3b 

3b 



 

Figure S20. ADMET prediction for compound 3c 

3c 



 

Figure S21. ADMET prediction for compound 3d 
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Figure S22. ADMET prediction for compound 3e 
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Figure S23. ADMET prediction for compound 3f 
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Figure S24. ADMET prediction for compound 3g 
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