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Table S1 Crystallographic data of 1a-e and 2. 
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Fig. S1 Curie plots of proton signals of 1a taken in CD2Cl2 solution. 

 

 
Fig. S2 Curie plots of proton signals of 1b taken in CD2Cl2 solution. 
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Fig. S3 Curie plots of proton signals of 1c taken in CD2Cl2 solution. 

 

 

Fig. S4 Curie plots of proton signals of 1d taken in CD2Cl2 solution. 
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Fig. S5 Curie plots of proton signals of 1e taken in CD2Cl2 solution. 

 

 
Fig. S6 Curie plots of proton signals of 2 taken in CD2Cl2 solution. 
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Table S2  EPR g values of 1a-e and 2. 

 
 
 
 

 
Fig. S7 Van’t Hoff plots for 1e(black) and 2(red). 
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Fig. S8  57Fe Mössbauer spectra of 1e taken for a microcrystalline sample at 294 (upper) and 78 K (lower). 
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Fig. S9 ORTEP drawing of 1a・2CH2Cl2 (100 K) seen along the: (a) O-Fe-O and (b) N-Fe-N axis, showing the thermal 
ellipsoids at 30% probability level. Hydrogen, solvent, and counter anion atoms are omitted for clarity. 

 
Fig. S10 ORTEP drawing of 1c (300 K) seen along the: (a) O-Fe-O and (b) N-Fe-N axis, showing the thermal ellipsoids 
at 30% probability level. Hydrogen, solvent, and counter anion atoms are omitted for clarity. 
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Fig. S11 ORTEP drawing of 1e・2toluene (100 K) seen along the: (a) O-Fe-O and (b) N-Fe-N axis, showing the thermal 
ellipsoids at 30% probability level. Hydrogen, solvent, and counter anion atoms are omitted for clarity. 
 

 

Fig. S12  Crystal packing diagrams of 1c viewed along with the a axis at 100K(a) and 300K(b). 

 

 

Fig. S13  Crystal packing diagrams of 1c viewed along with the b axis at 100K(a) and 300K(b). 
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Fig. S14  Crystal packing diagrams of 1c viewed along with the c axis at 100K(a) and 300K(b). 

 

Fig. S15  Crystal packing diagrams of 1c for one unit cell at 100K(a) and 300K(b). 

 
Scheme S1 Spin crossover between S=5/2(high spin state) and S=1/2(low spin state) for these Fe(III) porphyrin 

complexes. 


