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(b) (7)

Figure S1. Molecular configuration and atom-labeling scheme for (a)
2-NCH,CH,CH,OCgHsNCTPPH (2) and (b)
Ni(2-NCH,;CH,;CH,0CsHsNCTPP) (7), with 30% thermal
ellipsoids. Hydrogen atoms are omitted for clarity.
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(b) (8)

Figure S2. Molecular configuration and atom-labeling scheme for (a)
Zn(2-NCH,COOC,;HsNCTPP)CI (4) and (b)
Zn(2-NCH,COOCH;3NCTPP)CI (8), with 30% thermal ellipsoids.
Hydrogen atoms except H(17A) for 4 and 8 are omitted for clarity.
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(b) (6)

Figure S3. Molecular configuration and atom-labeling scheme for (a)
Pd(2-NCH,COOC,;HsNCTPP) (5) and (b)
Mn(2-NCH,COOC,HsNCTPP)Br (6), with 30% thermal
ellipsoids. Hydrogen atoms are omitted for clarity.
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Figure S4. *H NMR spectra for 8 at 599.95 MHz in CDCl; at 20 °C :
(a) entire spectrum; (b) expansion of the region 7.50-8.30 ppm in (a)
showing seven different 3-pyrrole protons Hg and phenyl protons (o-H, m,
p-H). Chemical shifts are in ppm from CDCl3 at 7.24 ppm.
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The description for the *H NMR of Hg in 8.

The doublet at 8.30 ppm is assigned to Hg(2) with 3J(H-H) = 4.5 Hz and the other
doublet at 7.76 ppm is due to Hg(3) with 3J(H-H) = 4.5 Hz. The doublet at 8.19 ppm is
assigned to Hg(13) with 3J(H-H) = 4.8 Hz and the other doublet at 7.78 ppm is due to
Hg(12) with 2J(H-H) = 4.8 Hz. The doublet at 7.69 ppm is assigned to Hy(7) with
3J(H-H) = 5.7 Hz and the other doublet at 7.62 ppm is due to Hp(8) with *J(H-H) = 5.7
Hz.
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Figure S5. 'H NMR spectra of 7 at 599.94 MHz in CDCls at 20 °C
(a) entire spectrum; (b) expansion of the region 7.20-8.00 ppm in (a)
showing B-pyrrole protons Hg and phenyl protons (o-H, m, p-H)
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The description for the *H NMR of Hg in 7.

The doublet at 7.99 ppm is assigned to Hg(2) with 3J(H-H) = 4.8 Hz and the other
doublet at 7.77 ppm is due to Hg(3) with 3J(H-H) = 4.8 Hz. The doublet at 7.93 ppm is
assigned to Hy(7) with 2J(H-H) = 5.1 Hz and the other doublet at 7.89 ppm is due to
Hg(8) with *J(H-H) = 5.1 Hz.
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Figure S6. The UV/vis spectrum of Ni(2-NCH,CH,CH,0OCgHsNCTPP) (7) in CH.CI,
at 20 °C.
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Figure S7. The UV/vis spectra of (a) Zn(2-NCH,COOC,;HsNCTPP)CI (4) and (b)
Zn(2-NCH,COOCH;3;NCTPP)CI (8) in CH,CI; at 20 °C.

S10



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

150000 -
449 nm, £ = 121494
4
100000
E
(&)
=3
w
50000 -
700 nm, € = 10683
534 nm, ¢ = 11505 766 nm, £ = 12602
I 57'6 nm, ¢ = 8964 4
04
400 660 860
wavelength (nm)
(@) (5)
120000 ~
508 nm, € = 96173
100000
80000
ES {1 474 nm,
§ o000l € =18408
s -
~ 457 nm,
w 40000\ _ 51005
753 nm, € = 1574
20000
582 nm, ¢ =156 /
.. /
I ' I 5 1 1
400 500 600 700 800
Wavelength (nm)
(b) (6)

Figure S8. The UV/vis spectra of (a) Pd(2-NCH,COOC,;HsNCTPP) (5) and (b)
Mn(2-NCH,COOC,HsNCTPP)Br (6) in CH,Cl, at 20 °C.
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