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Figure S1. The supramolecular structure of compound 3b along b axis. The secondary
interactions are shown by dashed lines.
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'H NMR Spectra of 4a
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HRMS mass spectrum of compound 4a.
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'H NMR Spectra of 4b
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HRMS mass spectrum of compound 4b.

6.

0.025

0.050

0.100 0.125 0.150 0.175

0.200

0.225  Time [min]

[ TIC +AI MS

Intens.

1250+

10007

7507

5007

2501

899.2900

l diiin ..1..1.].;[Ml

N

+MS, 0.0-0.3min #(2-15)

Intens.

10004
7501
5001
2507

0

200

: 600 :

1000

1200 miz

400 800
899.2900

900.2946

898 2896 901.2974

.’LL ) . o

+MS$, 0.0-0.3min #(2-15)

20001
1500
1000

5001

899.2833

900.2865

901.2898
A 902,2932
A

897.2878
A A

C62H42FeN4, M+nH ,899.28

890

892

894

896 898 900 202 904 206

S6

908 910 miz




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

'H NMR Spectra of 4c

.
——
s
—

L.
S
|
|
}

i

|
\__
.
\_t
;_:
=

.

|
[
|
¥

[T

o |t <C
a3 '<: -

-

wo 4

L

st
L X

DLV

PmM 9.0

ta 7]
u—
o

s
o

g
o

\‘—
W
N
iy et

Sy T—

| —

TLO'T

S7



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

Intens.
x106]

1.0

0.9

HRMS mass spectrum of compound 4c.
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Electrochemical Characterizations:

a) Cyclic voltammogram of 3aH and 4a

10,014 3aH 2004 —4a 15.04 —4a
1.01
50u4 10.0u 4
-~ 0.0
<
= 004 5.0
5 -1.0u 4
‘a' 5
5.0
2,01 3 0.0 4
-10.0u -3.0u 2
1 -5.04 4
-4.04 -
1500 T T T T
06 04 02 00 02 0.4 T T T T T T T 1001
1.0 08 06 0.4 02 0.0 0.2 : T T T
Potential (V) vs FcH/ FcH™ ) . 05 10 15 20 25
Potential (V) vs FcH/ FcH Potential (V) vs FcH/FcH'
@) (b) ©

Figure 3: Cyclic voltammograms of (1.0X10™ M) solutions of (a) 3aH, (b) 4a Oxidation (c) 4a reduction, in CH,Cl, containing 0.1 M Bu,NPF;
as supporting electrolyte, recorded at a scan speed of 100 mVs™,

b) Cyclic voltammogram of 3cH and 4c
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Figure 3: Cyclic voltammograms of (1.0X10* M) solutions of (a) 3cH, (b) 4c Oxidation (c) 4c reduction, in CH,Cl, containing 0.1 M BusNPF
as supporting electrolyte, recorded at a scan speed of 100 mVs™.

S9



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

1.0 3a.2H’
3b.2H"
3c.2H’
0.8
8
e 0.6 4
®©
2
o
[72]
Q
< 04
0.2 4
0.0 r - r - . . .
400 500 600 700

Wavelength (nm)

Fig. S3.: UV-Vis spectra of protonated ferrocennyl-porphyrins (4a-4c), recorded in
toluene.
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