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1H NMR of 1 

 

19F NMR of 1 

 

1H NMR of 3 
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19F NMR of 3 

 

13C NMR of 3 
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1H NMR of 2 

 

1H NMR of 4 
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13C NMR of 4 

 

 

ESI-MS of 1 
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e #17 RT: 0.18 AV: 1 NL: 1.22E8

T: + c ESI Full ms [ 200.00-700.00]
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ESI-MS of 3 

 

 ESI-MS of 5 

 

f  # 182 RT: 2.67 AV: 1 NL: 8.06E5 
T: + c ESI Full ms [ 50.00-600.00] 
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ESI-MS of 6 

 

 

The energy levels of 5 and 6 have been calculated by TD-DFT in Gaussian 

03.The results were similar to the energy levels of 5 and 6 calculated by using the 

DFT(density functional theory) model of a DMol3 package in Materials Studio 
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(version 5.5). The LUMO energy levels of the complexes 5 and 6 are calculated to 

be –3.095 and -3.312 eV, respectively. The HOMO energy levels of the 

complexes 5 and 6 are calculated to be –4.279 and -4.364 eV, respectively. The 

calculated HOMO–LUMO energy gaps (Eg) obtained from TD-DFT calculations 

were 1.184 and 1.052 eV, respectively, for complexes 5 and 6. 

 

                                                                  5   HOMO (-4.279 eV) 

 

                            5   LUMO (-3.095 eV) 

 

6   HOMO (-4.364 eV) 
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                                         6  LUMO (-3.312 eV) 

 


