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Figure S4. 31P{1H} NMR spectrum of complex 1.                                                                                                                                                                                      S6
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Figure S5. 1H-1H COSY NMR spectrum of complex 1.                                                                                                                                                                            S7
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Figure S7. 1H-13C HSQC NMR spectrum of complex 1.                                                                                                                                                                           S9
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Figure S8. 1H-13C HMBC NMR spectrum of complex 1.                                                                                                                                                                        S10
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Figure S9. 1H-31P HMBC NMR spectrum of complex 1.                                                                                                                                                                        S11
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Figure S10. 1H NMR spectrum of complex 2.                                                                                                                                                                                          S12
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Figure S11. 1H{31P} NMR spectrum of complex 2.                                                                                                                                                                                   S13
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Figure S12. 13C{1H} NMR spectrum of complex 2.                                                                                                                                                                                  S14
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Figure S13. 31P{1H} NMR spectrum of complex 2.                                                                                                                                                                                   S15
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Figure S14. 1H-1H COSY NMR spectrum of complex 2.                                                                                                                                                                         S16
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Figure S15. 1H-1H NOESY NMR spectrum of complex 2.                                                                                                                                                                      S17
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Figure S16. 1H-13C HSQC NMR spectrum of complex 2.                                                                                                                                                                       S18
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Figure S17. 1H-13C HMBC NMR spectrum of complex 2.                                                                                                                                                                      S19
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Figure S18. 1H-31P HMBC NMR spectrum of complex 2.                                                                                                                                                                       S20



-3-2-1012345678910111213141516
f1 (ppm)

4.
04

16
.0

3
16

.5
3

4.
20

8.
32

4.
08

4.
13

4.
00

0.
87

0.
88

0.
90

1.
28

1.
93

1.
94

1.
94

1.
94

1.
95

2.
20

4.
00

6.
91

6.
92

6.
93

6.
93

6.
94

6.
95

6.
97

7.
02

7.
02

7.
11

7.
11

7.
11

7.
12

7.
13

7.
14

7.
48

7.
48

7.
68

7.7
0

8.
90

8.
90

6.97.07.17.27.37.47.57.67.7
f1 (ppm)

16
.0

3

16
.5

3

4.
20

8.
32

4.
08

4.
13

6.
91

6.
92

6.
93

6.
93

6.
94

6.
95

6.
97

7.
02

7.
11

7.
11

7.
11

7.
12

7.
13

7.
14

7.
14

7.
46

7.
47

7.
48

7.
48

7.
49

7.
49

7.
68

7.7
0

bhres
Typewriter
Figure S19. 1H NMR spectrum of complex [3](OTf)2.                                                                                                                                                                             S21
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Figure S20. 13C{1H} NMR spectrum of complex [3](OTf)2.                                                                                                                                                                    S22
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Figure S21. 1H-1H COSY NMR spectrum of complex [3](OTf)2.                                                                                                                                                           S23
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Figure S22. 1H-1H NOESY NMR spectrum of complex [3](OTf)2.                                                                                                                                                        S24



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
f2 (ppm)

0

10

20

30

40

50

60

70

80

90

100

110

120

130

140

150

160

f1
 (p

pm
)

bhres
Typewriter
Figure S23. 1H-13C HSQC NMR spectrum of complex [3](OTf)2.                                                                                                                                                          S25
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Figure S24. 1H-13C HMBC NMR spectrum of complex [3](OTf)2.                                                                                                                                                         S26
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Figure S25. 1H NMR spectrum of complex [4](OTf).                                                                                                                                                                              S27
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Figure S41. 1H-13C HMBC NMR spectrum of complex [5](OTf).                                                                                                                                                          S43



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.0
f2 (ppm)

20

25

30

35

40

45

50

55

60

f1
 (p

pm
)

bhres
Typewriter
Figure S42. 1H-31P HMBC NMR spectrum of complex [5](OTf).                                                                                                                                                           S44



-3-2-1012345678910111213141516
f1 (ppm)

1.
04

1.
05

3.
08

2.
10

1.
08

5.
13

6.
46

1.
05

1.
02

1.
06

2.
10

1.
05

3.
09

1.
07

1.
00

1.
15

1.
61

1.
63

2.
12

4.
83

4.
84

4.
85

4.
86

5.
32

5.
32

5.
32

5.
33

5.
62

5.
63

5.
64

6.
83

6.
84

6.
84

6.
85

6.
85

6.
86

6.
86

6.
87

7.
04

7.
04

7.
05

7.
05

7.
06

7.
07

7.
20

7.
21

7.
22

7.
46

7.
47

7.
47

7.
47

7.
48

7.
49

7.
49

7.
51

7.
52

7.
52

7.
54

7.
54

7.
55

7.
56

7.
56

7.
58

7.
59

7.
60

7.
61

7.
61

7.
61

7.
62

7.
63

7.7
2

7.7
3

7.7
4

7.7
9

7.
80

7.
83

7.
83

7.
84

7.
84

7.
85

7.
86

7.
96

7.
97

7.
98

7.
98

7.
99

7.
99

8.
00

8.
00

8.
13

8.
14

8.
18

8.
18

8.
20

8.
21

8.
22

8.
23

8.
33

8.
34

9.
32

6.97.17.37.57.77.98.18.3
f1 (ppm)

3.
08

2.
10

1.
08

5.
13

6.
46

1.
05

1.
02

1.
06

2.
10

1.
05

3.
09

1.
07

6.
83

6.
84

6.
85

6.
85

6.
86

6.
86

6.
87

7.
05

7.
05

7.
06

7.
46

7.
47

7.
47

7.
47

7.
48

7.
49

7.
49

7.
54

7.
54

7.
55

7.
56

7.
56

7.
58

7.
59

7.
60

7.
61

7.
61

7.
61

7.7
3

7.7
9

7.
80

7.
84

7.
84

7.
98

7.
99

8.
13

8.
14

8.
20

8.
21

8.
22

8.
33

8.
34

bhres
Typewriter
Figure S43. 1H NMR spectrum of complex [6](OTf).                                                                                                                                                                              S45



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5
f1 (ppm)

1.
34

1.
37

3.
55

2.
31

1.
16

5.
49

1.
28

6.
02

1.
31

1.
29

1.
24

2.
30

1.
33

3.
64

1.
32

1.
00

1.
16

1.
27

1.
56

1.
59

1.
62

2.
12

4.
84

4.
87

5.
32

5.
63

5.
66

6.
85

6.
86

7.
04

7.
05

7.
07

7.
20

7.
21

7.
22

7.
48

7.
49

7.
56

7.
57

7.
59

7.
61

7.
99

7.
99

8.
13

8.
15

8.
20

8.
22

8.
23

8.
34

8.
35

9.
32

9.
32

6.86.97.07.17.27.37.47.57.67.77.87.98.08.18.28.38.4
f1 (ppm)

3.
55

2.
31

1.
16

5.
49

1.
28

6.
02

1.
31

1.
29

1.
24

2.
30

1.
33

3.
64

1.
32

6.
85

6.
86

7.
04

7.
05

7.
07

7.
20

7.
21

7.
22

7.
48

7.
49

7.
51

7.
52

7.
53

7.
56

7.
57

7.
58

7.
59

7.
61

7.
62

7.
64

7.7
2

7.7
3

7.7
4

7.
80

7.
83

7.
84

7.
86

7.
99

7.
99

8.
13

8.
15

8.
18

8.
20

8.
22

8.
23

8.
34

8.
35

bhres
Typewriter
Figure S44. 1H{31P} NMR spectrum of complex [6](OTf).                                                                                                                                                                      S46



-100102030405060708090100110120130140150160170180190200210220230
f1 (ppm)

31
.0

0

43
.0

7
43

.2
6

53
.4

8
53

.6
6

53
.8

4
54

.0
2

54
.2

0

12
4.

08
12

4.
55

12
7.

03
12

7.
90

12
9.

62
12

9.
69

12
9.

75
12

9.
96

13
0.

03
13

0.
32

13
0.

39
13

0.
48

13
0.

55
13

1.
48

13
1.

55
13

1.
62

13
1.

87
13

1.
95

13
2.

68
13

2.
81

13
3.

62
13

3.
93

13
3.

94
13

9.
93

14
0.

01

15
2.

47
15

3.
44

15
5.

19
15

5.
65

20
2.

46
20

2.
55

20
2.

65
20

6.
84

bhres
Typewriter
Figure S45. 13C{1H} NMR spectrum of complex [6](OTf).                                                                                                                                                                      S47



-230-210-190-170-150-130-110-90-70-50-30-10020406080100120140
f1 (ppm)

1.
01

1.
00

-9
.8

7
-9

.6
7

1.
14

1.
34

bhres
Typewriter
Figure S46. 31P{1H} NMR spectrum of complex [6](OTf).                                                                                                                                                                       S48



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5
f2 (ppm)

1

2

3

4

5

6

7

8

9

f1
 (p

pm
)

bhres
Typewriter
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Figure S56. 1H-1H COSY NMR spectrum of complex [7](OTf).                                                                                                                                                            S58



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f2 (ppm)

1

2

3

4

5

6

7

8

9

f1
 (p

pm
)

bhres
Typewriter
Figure S57. 1H-1H NOESY NMR spectrum of complex [7](OTf).                                                                                                                                                         S59



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f2 (ppm)

20

30

40

50

60

70

80

90

100

110

120

130

140

150

160

f1
 (p

pm
)

bhres
Typewriter
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Figure S66. 1H-1H NOESY NMR spectrum of complex [8](OTf).                                                                                                                                                         S68



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5
f2 (ppm)

0

10

20

30

40

50

60

70

80

90

100

110

120

130

140

150

f1
 (p

pm
)

bhres
Typewriter
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 +Q1: 10 MCA scans from Sample 1 (TuneSampleID) of MT20210719151841.wiff (Turbo Spray) Max. 2.4e7 cps.
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Figure S70.  Experimental ESI mass spectrum of [1−Cl]+ in methanol (positive mode).                                   S72 
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 +Q1: 6 MCA scans from Sample 1 (TuneSampleID) of MT20211126140550.wiff (Turbo Spray) Max. 1.2e6 cps.
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Figure S72.  Experimental ESI mass spectrum of [2−Cl]+ in methanol (positive mode).                                   S74 
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 +Q1: 14 MCA scans from Sample 1 (TuneSampleID) of MT20210720154551.wiff (Turbo Spray) Max. 1.8e7 cps.
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 +Q1: 7 MCA scans from Sample 1 (TuneSampleID) of MT20211126130829.wiff (Turbo Spray) Max. 5.5e6 cps.
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Figure S76.  Experimental ESI mass spectrum of [4]+ in methanol (positive mode).                                         S78 
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Figure S77. Simulated isotopic distribution pattern of [4]+.                                                                                   S79 



 +Q1: 7 MCA scans from Sample 1 (Ru(dppm)(bpy)Cl(p-furan)-iso) of Ru(dppm)(bpy)Cl(p-furan)-i... Max. 8.7e6 cps.
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Figure S78.  Experimental ESI mass spectrum of [5]+ in methanol (positive mode).                                         S80 
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Figure S79. Simulated isotopic distribution pattern of [5]+.                                                                                   S81 



 +Q1: 12 MCA scans from Sample 1 (Ru(dppm)(bpy)Cl(CO)-iso) of Ru(dppm)(bpy)Cl(CO)-iso.wiff... Max. 8.2e6 cps.
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Figure S80.  Experimental ESI mass spectrum of [6]+ in methanol (positive mode).                                         S82 
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Figure S81. Simulated isotopic distribution pattern of [6]+.                                                                                   S83 



 +Q1: 7 MCA scans from Sample 1 (TuneSampleID) of MT20210716175036.wiff (Turbo Spray) Max. 1.6e7 cps.
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Figure S82.  Experimental ESI mass spectrum of [7]+ in methanol (positive mode).                                         S84 
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Figure S83. Simulated isotopic distribution pattern of [7]+.                                                                                   S85 



 +Q1: 11 MCA scans from Sample 1 (Ru(dppe)(bpy)Cl(CO)-iso) of Ru(dppe)(bpy)Cl(CO)-iso.wiff ... Max. 1.4e7 cps.
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Figure S84.  Experimental ESI mass spectrum of [8]+ in methanol (positive mode).                                         S86 
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Figure S85. Simulated isotopic distribution pattern of [8]+.                                                                                   S87 
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