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Table S1. Bond-lengths for [Fe(2COOHTz)s](BF4),-2 MeCN (4) in HS and LS state

4, HS [A]

4, S [A]

Fe-N4

2.176

1.987

Table S2. Bond-lengths for [Fe(4COOHTz)¢](BF.),-Et,0 (6) in HS and LS state

6, HS [A] 6, LS [A]
Fe-N, 2.165 1.969
Fe-Nga 2.182 1.979
Fe-Ngug 2.185 1.981

Table S3. Bond-lengths for [Fe(2COOHTz)s](ClO,4),-2 MeCN (7) in HS and LS state

7, HS [A]

7, LS [A]

Fe-N,

2.184

2.004

Table S4. Bond-lengths for [Fe(4COOHTz)s](ClO,4),-Et,0 (9) in HS and LS state

9, HS [A] 9, LS [A]
Fe;-N, 2.181 1.984
Fe,-Nja 2.176 1.987
Fe;-Nyg 2.173 1.992
Fe,-Njc 2.174 1.987
Fe,-Nyp 2.185 1.997
Fe,-Nyge 2.176 1.984




Figure S1. DSC / TGA analysis for 2COOHTz (1)

Figure S2. DSC / TGA analysis for 3COOHTz (2)




Figure S3. DSC / TGA analysis for 4COOHTz (3)



