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Table S1: Computed parameter of selected series of Fe complexes for high-spin state. Data 

were taken from Halcrow 2011 unless otherwise stated.1 
 

Structure Temp (K) OctaDist Previous work 

[Fe(saltrien)]BF4 100 262 124 

 250 263 127 

 293 334 157 

[Fe(saltrien)]BPh4½(C2H4Cl2) 105 316 240 

[Fe(saltrien)]BPh4½(CH3)2CO 120 316 239 

[Fe(saltrien)]ClO4 140 450 254 

[Fe(saltrien)]PF6 140 463 236 

 240 408 323 

[Fe(saltrien)]NO3C2H4Cl2 100 370 284 

[Fe(saltrien)][Ni(dmit)2] 293 295 295 

[Fe(1-bpp)2][BF4]2 300 468 467 

[Fe(1-bpp)2][BF4]2·3CH3NO2 300 493 476 

[Fe(1-bpp)2][PF6]2 300 643 599 

[Fe(1-bpp)2][ClO4]2 300 653 547 

[Fe(1-bpp)2][SbF6]2 300 640 560 

[Fe(1-bpp)2][I3]2 300 490 488 

[Fe(1-bpp)2]I0.5[I3]1.5 300 629 522 

[Fe(1-bpp)2][Co(C2B9H11)2]2·CH3NO2 300 488 482 

[Fe(qsal-I)2]OTf.MeOH2 293 210 189 

[Fe(qsal-I)2]OTf.EtOH2 213 247 200 

 170 221 177 

[Fe(qsal-I)2]OTf.n-PrOH2 270 227 187 

[Fe(qsal-I)2]OTf.i-PrOH2 293 187 153 

[Fe(qsal-I)2]OTf.Acetone2 293 193 160 
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Table S2: Computed parameter of selected series of Fe complexes for low-spin state. Data 

were taken from Halcrow 2011 unless otherwise stated.1 
 

Structure Temp (K) OctaDist Previous work 

[Fe(saltrien)]ClO4 105 126 83 

[Fe(saltrien)][Ni(dmit)2](CH3)2CO 293 135 86 

[Fe(naphthtrien)]PF6(C2H5)2O 150 142 98 

[Fe(qsal-I)2]OTf.MeOH2 163 114 61 

[Fe(qsal-I)2]OTf.EtOH2 100 123 71 

[Fe(qsal-I)2]OTf.n-PrOH2 100 122 69 

[Fe(qsal-I)2]OTf.i-PrOH2 163 124 71 

[Fe(qsal-I)2]OTf.Acetone2 163 122 71 

[Fe(qsal-I)2]OTf.MeCN2 123 120 69 

[Fe(qsal)2]NCS·CH2Cl2 113 125 76 

[Fe(qsal)2]NCSe·MeOH 230 137 81 

[Fe(qsal)2][Ni(dmise)2]·xCH3CN 200 116 67 

[Fe(qnal)2][Pd(dmit)2]5·(CH3)2CO 105 114 69 

[Fe(qsal)2]I3 50 118 70 

[Fe(5-Cl-qsal)2][Ni( -tpdt)2]·CH3CN 150 118 65 

[Fe(3-OMe-qsal)2]PF6 150 126 70 

[Fe(qsal)2]N3 200 130 76 

[Fe(pz*3CH)(pz3CH)][BF4]2, polymorph B 173 60 30 

[Fe(pz*3CH)(pz4-Me
3CH)][BF4]2·2CH3CN 25 86 44 

[Fe(pz*3CH)(pz3CCH2OH)][BF4]2 25 66 33 

[Fe(pz3CH)2][NO3]2, α-polymorph 293 68 34 

[Fe(pz3CH)2][NO3]2, β-polymorph 293 69 35 

[Fe(pz3CH)2][BF4]2 173 73 38 
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Figure S1 Command-line in OctaDist. 
 
 

 

Figure S2 Command line interface in OctaDist for calculating the octahedral distortion 
parameters. 
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Figure S3 OctaDist running on the interactive-python-based Jupyter Lab. This example 
shows how to parse an input file and extract atomic coordinates of an octahedral structure 
using the extract_coord and extract_octa functions. 
 
 

 

Figure S4 Scripting console for interactive coding. A show command is used to set a new 
value to the cutoff_hydrogen variable. 
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