
     
 LUMO HOMO HOMO-1 HOMO-2 HOMO-3 
 -1.6713 -6.7101 -6.7221 -7.2682 -7.3755 

      
 HOMO-4 HOMO-5 HOMO-6 HOMO-7 HOMO-8 
 -7.5238 -7.5570 -7.5876 -7.6397 -7.6412 

      
 HOMO-9 HOMO-10 HOMO-11 HOMO-12 HOMO-13 
 -7.6521 -7.6528 -7.6819 -7.9845 -8.1453  

     
 HOMO-14 HOMO-15 HOMO-16 HOMO-17 HOMO-18 
 -8.1515 -8.2480 -8.2675 -8.3109 -8.3245 

      
 HOMO-19 HOMO-20 HOMO-21 HOMO-22 HOMO-23 
 -8.8368 -9.0503 -10.5744 -10.5870 -11.7306 
 
 
 
Figure S3. A more expanded list of the molecular orbitals of the planar cyclic Cu4H4 
molecule. 
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