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Figure 1. Fe K-edge XANES spectra for (a) non-irradiated spin
states HS—1/LS-1 and (b) irradiated spin states HS—2 (LIESST)/
LS-2 (relaxed thermally from LIESST) of Fe (phen),(NCS), (phen
=1,10-phenanthroline)4 .
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Figure 2. Fe Ly —edge XANES spectra for (bottom) non-ir-
radiated spin states HS—1/LS—1 and (top) irradiated spin states HS—
2 (LIESST)/LS-2 (relaxed thermally from LIESST) of Fe(phen),
(NCS), (phen=1,10-phenanthroline)4.
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Table 1. A brief summary of average metal-coordinating atom distances for spin-crossover complexes revealed by EXAFS
sample T/K sStp;tIé /A ArvL/A ref. remark
Fe(dtc), 30 LS 2.25 0.10 8 Ar was calculated for
290 HS 2.30 100% conversion
Co (H,fsazen) (H,0), 40 LS 1.88 0.08 9
295 HS 1.96
Co (H,fsasen) (py)» 40 LS 1.90 0.12 9
295 HS 2.02
Co (H,fsa,en) (4-Bupy), 40 LS — 0.13 10
r.t. HS
[Fe(pic);]Cl,*EtOH 10 LS 2.0 0.19 5 EtOH solution
298 HS 2.2
[Fe(Htrz),(trz) ]BF, 298 LS 1.9 0.17 11 prepared in H,O/EtOH
403 HS 2.1 mixture
298 LS 1.99 0.19 11 prepared in pure
403 HS 2.18 methanol
[Fe(Htrz);] (BF,),°H,0 298 LS 1.99 0.19 11
403 HS 2.18
[Fe(atrz);](NO;), 78 LS 1.95 0.23 12-14
370 HS 2.18
[Fe(atrz);](ClOy), 78 LS 1.98 0.18 12-14
300 HS 2.16
[Fe(atrz);] (BF,), 78 LS 1.95 0.24 12-14
370 HS 2.19
[Fe(atrz);]Br,*H,O 78 LS 1.97 0.20 12-14
370 HS 2.17
[Feo.sZny . (atrz) ;1 (NO3), 300 LS 1.97 0.21 12-14
370 HS 2.18
[Feo.33Zn0.66(atrz) ;] (NO;), 78 LS 2.04 0.14 12-14
300 HS 2.18
[Fe(trz);]1(NO;), 78 LS 1.95 0.23 13, 14
370 HS 2.18
[Fe(hyptrz) ; JA,*2H,0* 130 LS 1.98 0.19 15
150 HS 2.17
Fe(phen),(NCS), 17 LS 1.936 0.21 4
300 HS 2.146
17 HS 2.07 0.14 4 LIESST

*A~ =4~chloro—3-nitrophenylsulfonate

dtc=tris (diethyldithiocarbamate), H,fsa,en=N,N’—ethylenebis (3—carboxysalicylaldimine), py =pyridine, 4-Bupy = 4-t-butylpyridine, pic
= o—picolylamine, EtOH = ethanol, Htrz= 1H-1,2,4-triazole, atrz=4-amino—1,2,4—triazole, hyptrz=4—(3'-hydroxypropyl)—1,2,4-triazole,

phen=1,10-phenanthroline
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