Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

Table S1. IR spectra of parent components and salts 1 and 2.

(Fe'PC)(TMP): | (Co'Pc)(TMPY)
Components 0.5CgH14 (1) @)
434w e
515w S
571w oo
642w AV
731s Lo
754m o
779m 782w
: 801m
874w 875w
I 981w )
Fellpe e 1003w
: 1072m
1084s P
1119s TP
1163w L
° 1264s
1288m byl
1329s Lo
1422m Lz
1467w Lo
: 1497s
435w :
518w :
573w -
642w !
421 735s
738 754m
781w _
: 804m
| 876w o
Co'Pc 913w :
SLaw 985w
sesw 1004m
0020 1092s*
1090s 1120s*
Lats 1165m
L165m 1262m
2620 1293w
12855 1333w
13335 1426m
1426m 1464m*
(TMP*)(IN)
782m 782w* -
895s . ]
923s 916w 920w
967s 966w 966w
T™P* 1008m - )
1042m 1045w -
1086m 1083s* 10%es
1123m i 112057
1200m ) .
1478s 1475w 1464m*
722s 712w
758w -
882m -
CaHl 1065m -
1342m -
1373s -
1460s 1461w

w- weak, m- middle, s- strong intensity, sp. — split band, *- the bands coincide.
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Figure 1S. IR-spectra of starting Fe'Pc (bottom spectrum) and (Fe"Pc?)(TMP*)-0.5CsH14 (1)
(upper spectrum) in the 400-1500 cm™ range in KBr pellet. Spectrum of 1 was measured in

anaerobic conditions.
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Figure 2S. IR-spectra of Co"Pc (bottom spectrum) and (Co"Pc )(TMP*) (2) (upper spectrum) in
the 400-1500 cm™ range in KBr pellet. Spectrum of 2 was measured in anaerobic

conditions.
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Figure S3. EPR spectrum of quenched sample of 1 at 8K. Below is shown the fitting of
the signal by four Lorentzian lines: g; = 2.1713 and the linewidth (4H) of 1.47 mT, g, =
2.1676 (4H = 1.00 mT), g3 = 2.1450 (4H = 1.76 mT), and g4 = 2.0837 (4H = 5.60 mT).
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Figure S4. EPR spectrum of slowly cooled phase of 1 at 4 K. The fitting of the signal
by four Lorentzian lines is shown below: g; = 2.1559 and the linewidth (4H) of 1.73
mT, g2 = 2.1469 (4AH = 1.58 mT), g3 = 2.1252 (AH = 2.07 mT), and g4 = 2.0563 (4H =
1.05 mT).



