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Table S1. Selected Bond Lengths of MgPc, [MgPc]+, 
and [MgPc]- 

bonda MgPc [MgPc]+ [MgPc]- 

Mg-Np 2.008 2.002 2.008 2.019 
Np-Cα 1.372 1.373 1.381 1.374 
Cα-Nm 1.334 1.334 1.319 1.357 

Cα-Cβ 1.462 1.466 1.470 1.443 
Cβ-Cγ 1.395 1.390 1.394 1.403 
Cβ-Cβ 1.413 1.411 1.411 1.426 
Cγ-Cδ 1.394 1.401 1.396 1.389 

Cδ-Cδ 1.408 1.402 1.406 1.416 
aThe lettering scheme is given below. 



 
Table S2. Charges from Electrostatic Potentials using a Grid based method (CHELPG 
charges)  
MMc ligand   M Mc L NMc NL Xa 
MgPc  1 0.995 -0.995  -0.603   
MgPc pyb 1a 0.765 -0.911 0.146 -0.510 -0.305  
MgP  2 0.947 -0.947  -0.570   
MgP py 2a 0.592 -0.732 0.140 -0.403 -0.267  
MgTAP  3 1.085 -1.085  -0.748   
MgTAP py 3a 0.921 -1.048 0.127 -0.687 -0.352  
MgTBP  4 0.774 -0.774  -0.331   
MgTBP py 4a 0.639 -0.773 0.134 -0.330 -0.232  
MgNc  5 1.031 -1.031  -0.624   
MgNc py 5a 0.893 -1.017 0.124 -0.583 -0.343  
BePc  6 0.803 -0.803  -0.573   
BePc py 6a 0.721 -0.899 0.178 -0.542 -0.197  
AlPcCl  10 1.081 -0.602  -0.547  -0.479 
AlPcCl py 10a 1.610 -1.119 0.092 -0.724 -0.262 -0.583 
AlPcF  11 1.457 -0.889  -0.684  -0.568 
AlPcF py 11a 1.765 -1.146 0.040 -0.718 -0.337 -0.659 
aX; halogen. bPyridine. 

 



 
 
 



 
 
 
 
 
 
 
 
 
Figure S1. a) The structure of magnesium phthalocyanine bound by pyridine, 1a. 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S1. b) The structure of magnesium phthalocyanine bound by a pyridine and an 
imidazole, 1f. 
 
 
 

 
 
 
 
 
 
 
 
 
 
Figure S1. c) The structure of magnesium phthalocyanine bound by two pyridines, 1g. 



 
 
 
 
 
 
 
 
Figure S2. a) The structure of magnesium phthalocyanine bound by 2-picoline, 1b. 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2. b) The structure of magnesium phthalocyanine bound by 3-picoline. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2. c) The structure of magnesium phthalocyanine bound by 4-picoline. 
 
 
 



 
 
 
 
 
 
 
 
 
 

Figure S3. a) The structure of bare calcium phthalocyanine, 9. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
  Figure S3. b) The structure of calcium phthalocyanine bound by one pyridine ligand, 9a. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
 
 
 
 
 
 
 
 
 

 

 

 

Figure S3. b) The structure of calcium phthalocyanine bound by two pyridine ligands, 9b. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S3. b) The structure of calcium phthalocyanine bound by three pyridine ligands, 
9c. 



 
 
 
 
 
 
 
Figure S4. a) The structure of aluminum phthalocyanine chloride, 10. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S4. b) The structure of aluminum phthalocyanine chloride bound by a pyridine 
ligand, 10a. 
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