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Figure S1. Raman spectra of CoPcCls (a) and FePcCls (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), FePcCls (c), and FePc(tBu)4 (d)
films.

Figure S3. SEM images of FePc (a), FePcF4 (b), FePcCla (c), and FePc(tBu)4 (d) films.
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Table S1. Topological parameters at bond critical points and binding energy of the NO molecule with

cobalt and iron phthalocyanines.

M =Co M =Fe

Aggregate  BCP
p(r),au. Vp(r),au. h(r),au. p(r),au. Vp(r),au A),au.

MPc/NO-1 1 7.110% 23107  1.3-10° 7.3:10° 24102 13107
2 1.510% 54102 2610° 1.610% 55102 26107
3 7.010° 23102 13:10° 7.410° 24102 13107
MPc/NO-2 1 6310° 19102 93.10* 64-10° 19102 9.4-10*
2 5710° 20102 9.8.10* 5.810° 20102 9.9-10*
MPc/NO-3 1 6210° 19102 9.1-10* 6.610° 2.0-102 9.6:10*
2 5210° 18102  8.7-10* 5.2:10° 18102 8.7-10*
MPcF4/NO-1 1 7.0-10° 23-102  1.3-10° 73103 2410% 1.3-10°
2 15107 53107  26-10° 15102 54102 26107
3 7310° 24102  13:10° 7.410° 24102 13107
MPcF4/NO-2 1 6.5-10°  2.0-102 9.7-10* 6.3-10° 19102 9.3-10*
2 61-10° 21102  1.1-10° 5.810°  2.0-102  9.9-10*
MPcF4/NO-3 1 6.810° 22102 1.2:10° 69103 22102 1.2-10°
2 7.010° 29102 1510° 6.810° 29102 15107
MPcF4/NO-4 1  64-10° 21102 1.1-10° 6.810° 22102 1.2:10°
2 7310° 31102  1.610° 7.0.10°  3.0-102  1.6:10°
MPcCl4/NO-1 1 7.7.10° 25102 14-10° 7.7.10° 25102 14103
2 15107 51102  26-10° 15102 52102 26107
3 8.010° 26102 1410° 7.9:10° 26102 14107
MPcCl4/NO-2 1 6.4-10° 19102 9.6-10* 6.6:10°  2.0-102  9.9-10*
2 6.010° 21107 1.1-10° 6.0-10° 2.1-102  1.0-10°
MPcCl4/NO-3 1 79-10° 25102  1.3-10° 7.810° 25102 13107
2 9.0-10° 33102 19-10° 8.7-10° 32102 1.9:10°
MPcCl4/NO-4 1 82:10° 26102 1.4-10° 85.10° 27102 14107
2 93.10° 34102 20-10° 83-10° 3.0-102 1.810°




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

cobalt and iron phthalocyanine dimmers.

M = Co M =Fe

Aggregate BCP
p(r),au. Vp(r),au. A(r),au. p(r),au Vp(r),au. h),au.

2MPc/NO 1 7610° 2910% 1.610° 7.810° 3.0.102 1.610°
2 7310° 3.010% 1.7-10° 7.7.10° 32:10% 1.810°
3 9110°  2910% 1.510% 9510° 3.1-10% 1.6:10°
4 46103 14102  7.8.10% 43107 1.3-10%  7.3-10*

5 34103 1.2:10%  7.510%  3.7-10° 1.3-102  8.2-10*
6 19102 65102 2.710% 20102 6.710% 2.7-10°
2MPcF4#NO 1 72:10° 27107 1.5.10% 75103 28107 1.6-107
2 7410°  3.1-1072 1.8.10% 7.810° 33107 1.8-107
3 9610° 3.1-107 1.6:10%  1.0-102  3.2:10? 1.6-10°
4 48107 1.5-10%  8.3.10* 44107 14102 7.5.10*
5 35107 1.2:.10%  7.6-10%  3.7-10° 1.3-10%  8.1-10*

6 1710 59102 2.7-10° 1810% 6.1:10% 2.7-10°
2MPcCl4/NO 1 69103  2.6-107 1.4-10°  7.2:10° 28107 1.5-10°
2 7310°  3.1-107 1.810°  7.6:10°  3.2:10° 1.8:10°
3 9510°  3.0-107 1.5-10°  9.810°  3.1-107 1.6-107
4 49103 1.5-10%  8.510* 4.6:10° 14102 8.0-10*
5 351073 1.2:.10%  7.6-10*  3.7-10° 1.3-10%  8.1-10*
6 17102 59102 2.7-10% 1.7-10% 5910% 2.7-10°




