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Figure S1. Raman spectra of CoPcCl4 (a) and FePcCl4 (b) films and powders. 
Differences in the ratio of intensities of some bands may be due to preferential 
orientation of thin films relative to the substrate surface. 
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Figure S2. 2D AFM images of FePc (a), FePcF4 (b), FePcCl4 (c), and FePc(tBu)4 (d) 
films. 

 

 

 

Figure S3. SEM images of FePc (a), FePcF4 (b), FePcCl4 (c), and FePc(tBu)4 (d) films. 

 



Table S1. Topological parameters at bond critical points and binding energy of the NO molecule with 

cobalt and iron phthalocyanines. 

Aggregate BCP 
M = Co  M = Fe 

ρ(r), a.u. ∇2ρ(r), a.u. h(r), a.u.  ρ(r), a.u. ∇2ρ(r), a.u. h(r), a.u. 

MPc/NO-1 1 7.1⋅10-3 2.3⋅10-2 1.3⋅10-3  7.3⋅10-3 2.4⋅10-2 1.3⋅10-3 

2 1.5⋅10-2 5.4⋅10-2 2.6⋅10-3  1.6⋅10-2 5.5⋅10-2 2.6⋅10-3 

3 7.0⋅10-3 2.3⋅10-2 1.3⋅10-3  7.4⋅10-3 2.4⋅10-2 1.3⋅10-3 

MPc/NO-2 1 6.3⋅10-3 1.9⋅10-2 9.3⋅10-4  6.4⋅10-3 1.9⋅10-2 9.4⋅10-4 

2 5.7⋅10-3 2.0⋅10-2 9.8⋅10-4  5.8⋅10-3 2.0⋅10-2 9.9⋅10-4 

MPc/NO-3 1 6.2⋅10-3 1.9⋅10-2 9.1⋅10-4  6.6⋅10-3 2.0⋅10-2 9.6⋅10-4 

2 5.2⋅10-3 1.8⋅10-2 8.7⋅10-4  5.2⋅10-3 1.8⋅10-2 8.7⋅10-4 

MPcF4/NO-1 1 7.0⋅10-3 2.3⋅10-2 1.3⋅10-3  7.3⋅10-3 2.4⋅10-2 1.3⋅10-3 

2 1.5⋅10-2 5.3⋅10-2 2.6⋅10-3  1.5⋅10-2 5.4⋅10-2 2.6⋅10-3 

3 7.3⋅10-3 2.4⋅10-2 1.3⋅10-3  7.4⋅10-3 2.4⋅10-2 1.3⋅10-3 

MPcF4/NO-2 1 6.5⋅10-3 2.0⋅10-2 9.7⋅10-4  6.3⋅10-3 1.9⋅10-2 9.3⋅10-4 

2 6.1⋅10-3 2.1⋅10-2 1.1⋅10-3  5.8⋅10-3 2.0⋅10-2 9.9⋅10-4 

MPcF4/NO-3 1 6.8⋅10-3 2.2⋅10-2 1.2⋅10-3  6.9⋅10-3 2.2⋅10-2 1.2⋅10-3 

2 7.0⋅10-3 2.9⋅10-2 1.5⋅10-3  6.8⋅10-3 2.9⋅10-2 1.5⋅10-3 

MPcF4/NO-4 1 6.4⋅10-3 2.1⋅10-2 1.1⋅10-3  6.8⋅10-3 2.2⋅10-2 1.2⋅10-3 

2 7.3⋅10-3 3.1⋅10-2 1.6⋅10-3  7.0⋅10-3 3.0⋅10-2 1.6⋅10-3 

MPcCl4/NO-1 1 7.7⋅10-3 2.5⋅10-2 1.4⋅10-3  7.7⋅10-3 2.5⋅10-2 1.4⋅10-3 

2 1.5⋅10-2 5.1⋅10-2 2.6⋅10-3  1.5⋅10-2 5.2⋅10-2 2.6⋅10-3 

3 8.0⋅10-3 2.6⋅10-2 1.4⋅10-3  7.9⋅10-3 2.6⋅10-2 1.4⋅10-3 

MPcCl4/NO-2 1 6.4⋅10-3 1.9⋅10-2 9.6⋅10-4  6.6⋅10-3 2.0⋅10-2 9.9⋅10-4 

2 6.0⋅10-3 2.1⋅10-2 1.1⋅10-3  6.0⋅10-3 2.1⋅10-2 1.0⋅10-3 

MPcCl4/NO-3 1 7.9⋅10-3 2.5⋅10-2 1.3⋅10-3  7.8⋅10-3 2.5⋅10-2 1.3⋅10-3 

2 9.0⋅10-3 3.3⋅10-2 1.9⋅10-3  8.7⋅10-3 3.2⋅10-2 1.9⋅10-3 

MPcCl4/NO-4 1 8.2⋅10-3 2.6⋅10-2 1.4⋅10-3  8.5⋅10-3 2.7⋅10-2 1.4⋅10-3 

2 9.3⋅10-3 3.4⋅10-2 2.0⋅10-3  8.3⋅10-3 3.0⋅10-2 1.8⋅10-3 

 

 



Table S2. Topological parameters at bond critical points and binding energy of NO molecule with 

cobalt and iron phthalocyanine dimmers. 

Aggregate BCP 
M = Co  M = Fe 

ρ(r), a.u. ∇2ρ(r), a.u. h(r), a.u.  ρ(r), a.u. ∇2ρ(r), a.u. h(r), a.u. 

2MPc/NO 1 7.6⋅10-3 2.9⋅10-2 1.6⋅10-3  7.8⋅10-3 3.0⋅10-2 1.6⋅10-3 

2 7.3⋅10-3 3.0⋅10-2 1.7⋅10-3  7.7⋅10-3 3.2⋅10-2 1.8⋅10-3 

3 9.1⋅10-3 2.9⋅10-2 1.5⋅10-3  9.5⋅10-3 3.1⋅10-2 1.6⋅10-3 

4 4.6⋅10-3 1.4⋅10-2 7.8⋅10-4  4.3⋅10-3 1.3⋅10-2 7.3⋅10-4 

5 3.4⋅10-3 1.2⋅10-2 7.5⋅10-4  3.7⋅10-3 1.3⋅10-2 8.2⋅10-4 

6 1.9⋅10-2 6.5⋅10-2 2.7⋅10-3  2.0⋅10-2 6.7⋅10-2 2.7⋅10-3 

2MPcF4/NO 1 7.2⋅10-3 2.7⋅10-2 1.5⋅10-3  7.5⋅10-3 2.8⋅10-2 1.6⋅10-3 

2 7.4⋅10-3 3.1⋅10-2 1.8⋅10-3  7.8⋅10-3 3.3⋅10-2 1.8⋅10-3 

3 9.6⋅10-3 3.1⋅10-2 1.6⋅10-3  1.0⋅10-2 3.2⋅10-2 1.6⋅10-3 

4 4.8⋅10-3 1.5⋅10-2 8.3⋅10-4  4.4⋅10-3 1.4⋅10-2 7.5⋅10-4 

5 3.5⋅10-3 1.2⋅10-2 7.6⋅10-4  3.7⋅10-3 1.3⋅10-2 8.1⋅10-4 

6 1.7⋅10-2 5.9⋅10-2 2.7⋅10-3  1.8⋅10-2 6.1⋅10-2 2.7⋅10-3 

2MPcCl4/NO 1 6.9⋅10-3 2.6⋅10-2 1.4⋅10-3  7.2⋅10-3 2.8⋅10-2 1.5⋅10-3 

2 7.3⋅10-3 3.1⋅10-2 1.8⋅10-3  7.6⋅10-3 3.2⋅10-2 1.8⋅10-3 

3 9.5⋅10-3 3.0⋅10-2 1.5⋅10-3  9.8⋅10-3 3.1⋅10-2 1.6⋅10-3 

4 4.9⋅10-3 1.5⋅10-2 8.5⋅10-4  4.6⋅10-3 1.4⋅10-2 8.0⋅10-4 

5 3.5⋅10-3 1.2⋅10-2 7.6⋅10-4  3.7⋅10-3 1.3⋅10-2 8.1⋅10-4 

6 1.7⋅10-2 5.9⋅10-2 2.7⋅10-3  1.7⋅10-2 5.9⋅10-2 2.7⋅10-3 

 


