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Figure S4. Expanded ESI-MS spectrum of 1 in base peak position. Inset shows the simulated isotope A
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Table S1. GO3/B3LYP calculated one-electron energy and percentage composition of selected frontier
MOs of 1 expressed in terms of component fragments. 5
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Fig. S1. The FT-IR spectrum of 1.
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Figure S2. *H NMR (500 MHz), spectrum of complex 2 in CDCl; at room temperature.
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Fig. S3. 3P {*H} NMR spectrum of 1 in CDCIls at room temperature.
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Fig. S4. Expanded ESI-MS spectrum of 1 in base peak position. Inset shows the simulated isotope pattern.

Table S1. GO3/B3LYP calculated one-electron energy and percentage composition of selected frontier MOs of 1
expressed in terms of component fragments
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Name
LUMO +5
LUMO +4
LUMO + 3
LUMO + 2
LUMO +1

LUMO
HOMO
HOMO -1
HOMO -2
HOMO -3
HOMO -4
HOMO -5

E (eV)
-1
-1.1
-1.1
-1.2
-1.2
-1.3
-5
-5.1
-5.7
-5.8
-6.2
-6.4

Ag PPh; NO?°

41 90.8
7 546
6.6 79.2
6.8 50.9
45 95
5.7 118
01 26
0.2 2
39 38
0.1 2
04 04
155 83.8

Co DMGH®

46 0.2 0.4
48 51 28.2
1.7 6.7 5.2
51 158 178
04 01 0

76 29 3.2
05 03 94.8
01 6.1 91.2
154 131 3.6
05 34 88.4
31 25 25.2
04 0.1 0

NO-!
0
0.3
0.7
3.6
0
0.3
1.7
0.3
60
5.4
68.5
0

b Bridged NO2; ¢ Dimethylglyoximate; t Terminal



