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1. Assignment of "H-NMR signals for [RuTOBO(NO)](PFs)s (in DMSO)
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Figure 1. Assignment of 'H-NMR signals for [RuTOBO(NO)](PFe)s (in DMSO).

550
F 500

aso

L300
F2s0
6, 6" 200

150

l.l:lﬂ_:[

F-50

0.2 10,0 2.8 3.6 3.4 9.2

16000
15000
14000
13000
12000
11000
10000
I(d)

7.69

A (d)
9.78

7.19 000
8000
7000
6000
5000
4000

1.00.[

L] &
-2 =

e 23 w7

3

T T T T T T T T T T T T T T
9.8 9.7 9.6 9.5 9.4 9.3 9.2 9.1 9.0 8.9 8.8 87 86 85 84 83 8.2 81 80 79 78 77 76 7.5 74 73 7.2 71

Form B.



Molecules 2020, 25, x FOR PEER REVIEW

B (dd)] C ()
8.92 | 8.75

6,6"

f-550

500

Laso

Laoo

k350

300

k250

F 200

F150

F100

10.2 10,0 9.8 9.6 3.4 9.2 3.0 8.8

3of11



Molecules 2020, 25, x FOR PEER REVIEW

6.6"

35

& e & 3 S 2638 b3 2 38§ & &
”m ~ - - - ) vt e - ~N ~ .o ~ ”
96 95 94 93 92 91 90 69 88 87 86 85 84 63 82 61 80 79 78 7.7 76 75 74 73 40 39
#1 (ppm)
Form A.

6
~ o
Ly B
oo

/ J L

- o
T T T
99 97 95 93 91 B89 67 65 B 79 77 75 73 71 69 4241403938

Form B.

4of11



Molecules 2020, 25, x FOR PEER REVIEW 50f 11




Molecules 2020, 25, x FOR PEER REVIEW

6 of 11

Figure 3. '"H-NMR ((400 MHz, DMSO-d6) of form D, obtained from a C/D mixture after irradiation

of form C in DMSO, at =365 nm.
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Figure 4. Computed structures of [RuT1BO(NO)J** and [RuT1BO(DMSO)]* complexes at the DFT
level of theory and relative energies (in kcal/mol) of the different isomers.
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Figure 5. Relative concentration of [RuT1BO(DMSO))](PFe)2 (form C) from irradiation of
[RuT1BO(NO)](PFs)3 (form A) in DMSO, estimated from 'H-NMR tracking.
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Figure 6. Simulated absorption spectra of S- and O-bonded [RuT0OBO(DMSO)]?*, [RuT1B0O(DMSO)]*,
[RuT2B0O(DMSO)]**and [RuT3B0(DMSO)]* complexes at the TD-DFT level of theory. Analysis of the
lowest energy absorption band is given in terms of natural transition orbitals.
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