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Figure S1: IR spectra of ligand 1 and complex 4 (top for ligand and bottom for the metal
complex 4)
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Figure S2: IR spectra of ligand 2 and complex 5 (upper one is for ligand and lower one
for the metal complex)
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Figure S3: IR of ligand 3 and complex 7 (upper one is for ligand and lower one is for the
metal complex)



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

70
60
50 \ Y
N
1313|H4l\ 859
40 1212 1029
147, 1
g a0 534 141
20
10
3424
0 {
4000 3500 3000 2500 2000 1500 1000 500
-1
Cm
Figure S4: IR spectra (KBr, cm™) of the complex 8
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Figure S5 : Mass spectra (ESI) of the ligand 2( M+ **Na)



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

100~ 516.1430

TOF MS £S5+
2.18e5

517.1791

202.1102

180.1281

0L ! | \ L ] . |
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 980 | 1000 -

Figure S6: Mass spectra (ESI) of the ligand 3 ( M+ **Na)



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

=
S —— experimental
oy :
2 —— simulated
=
L
=
: ‘ u&‘ijw *- 11N r ‘-'MFMM: 'MWM "M‘M '“U’W“WWWUWI
5 10 15 20 25 30 35 40 45 50
20
Figure S7 : PXRD of complex 4
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Figure S8 : PXRD of complex 5
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Figure S9: PXRD of complex 7
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Figure S10 : PXRD of complex 8
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Figure S11: The powder X-ray of the dinuclear complex 5 (lower one) and metallacycle 6
(upper one). Red lines are the simulated; whereas blue are experimental PXRD patterns.
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Figure S12: Thermogravimetry of complex 4 (heating rate 3°C per min)
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Figure S13: Thermogravimetry of complex 5 (heating rate 3°C per min)
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Figure S14: Thermogravimetry of complex 6 (heating rate 3°C per min)
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Figure S15: Thermogravimetry of complex 7 (heating rate 3°C per min)
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Figure S16: Thermogravimetry of complex 8 (heating rate 3°C per min)
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Figure S17: Thermogravimetry of complex 12 (heating rate 3°C per min.)
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Figure S18: Thermogravimetry of complex 13 (heating rate 3°C per min.)
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Figure S119: *H-NMR spectra of metallacycle 7
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Figure S20: *H-NMR spectra of metallacycle 8
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S21: *H HOMO-COSY spectra of 5 (DMSO-dg)

12



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

L,/; [

1

1

o AN

.

|

S SN N LN

H
35

i

? -
3
&
5
"

5 4 3 2

F1 (ppm)

$22: 'H HOMO-COSY spectra of 6 (DMSO-ds)
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