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Figure S1. *H NMR spectrum of the Mg(ll)-octa-(2,6-difluorophenyl)tetraazaporphyrin in ds DMSO.
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Figure S2. The isotopic distribution of the molecular ion peak of Mg(ll)-octa-(2,6-
difluorophenyl)tetraazaporphyrin.
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S3. The isotopic distribution of the molecular

difluorophenyl)tetraazaporphyrin.
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Figure S4. 'H NMR spectrum of the Zn(I1)-octa-(2,6-difluorophenyl)tetraazaporphyrin in d¢ DMSO.
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Figure S5. IR spectrum of the Mg(I1)-octa-(2,6-difluorophenyl)tetraazaporphyrin in KBr tablets.
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Figure S6. IR spectrum of the Zn(ll)-octa-(2,6-difluorophenyl)tetraazaporphyrin in KBr tablets.

Table S1. The values from visualization of the planarity measure and equations of them.

Atom Values for MgF16PA (1) | Values for ZnFi6PA (2) | Equation 2/1
Metal-ion 0.000 0.140 0.140 (div. by 0)
N 0.005 0.012 2.4
0.005 0.015 3
0.005 0.015 3
0.005 0.013 2.6
Na 0.000 0.014 0.014 (div. by 0)
0.000 0.005 0.005(div. by 0)




0.000 0.007 0.007(div. by 0)

0.000 0.005 0.005(div. by 0)
c 0.026; 0.008 0.014; 0.026 0.5;3.25

0.008; 0.026 0.029; 0.005 3.6;0.2

0.026; 0.008 0.005; 0.029 0.2;3.6

0.008; 0.026 0.026; 0.013 3.2,05

MgFisPA ZnF1gPA
Figure S7. Visualization of the planarity measure of the Mg(Il)-octa-(2,6-difluorophenyl)tetraazaporphyrin

and Zn(ll)-octa-(2,6-difluorophenyl)tetraazaporphyrin.
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Figure S8. Predicted UV-Vis spectrum of the Mg(ll)-octa-(2,6-difluorophenyl)tetraazaporphyrin with

nstate=10 and root=1 parameters.
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Figure S9. Predicted UV-Vis spectrum of the Zn(lI1)-octa-(2,6-difluorophenyl)tetraazaporphyrin with nstate=10

u root=1 parameters.
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Figure S10. Predicted UV-Vis spectrum of the Zn(I1)-octa-(2,6-difluorophenyl)tetraazaporphyrin with nstate=6

u root=20 parameters.
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Figure S11. *H NMR spectrum of the di-(2,6-difluorophenyl)maleindinitrile in CDCls.
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Figure S12. Mass-spectrum of the di-(2,6-difluorophenyl)maleindinitrile.



