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Experimental Part: 
 
 

The EACT of 1-17 were determined from the energies of the in situ generated Charge 
Transfer Complexes (CTC) resulting from the interaction between the heterocycles 1-17, 
used as acceptors and five donors of known Ionization Potential (IP) [Hexamethylbenzene 
(IP = 7.85 eV), Pyrene (IP =7.41 eV), Anthracene (IP = 7.33 eV), 9-Chloroanthracene (IP = 
7.39 eV),  9-Methylanthracene (IP = 7.17 eV) and 9,10-Dimethyl-anthracene (IP = 7.04 
eV)]. The two equations 1 and 2 describe the relation between the energy of the CTCs and 
the electron affinity of the acceptor for an unknown acceptor and the energy of a CTC for a 
known acceptor such as DNBF or TCNQ, respectively. Assuming that P is constant and 
insensitive to the structure of the donor, the difference between the two equations 1 and 2 
(for a same donor) leads to the equation 3 and allows the determination of the EACT of 
heterocycles.  
 

ECT = IP - EACT – P  eq. 1 
E 0

CT  = IP - EA 0
CT  – P  eq. 2 

 
EACT (1-17) = EA 0

CT  (DNBF, 10) + E 0
CT  (DNBF 10) – ECT(1-17)   eq. 3 

 

In the table are collected, the wavelengths of the CTC in nm, their corresponding energies (in 
eV) and the EACT values of each acceptor. Finally, in the last line are reported the average 
EACT for each heterocycle with an accuracy of  ± 0.05 eV . 
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