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I. *H and 3C NMR spectra of compound

1. CpOHAr2
g
X
2 g 3
2z N 2 ] H
s b & g 2 3
Il /‘/ \ |
[
|
_ /) )
/=N
N b
O 7 on C
N
‘
Hb
\
Ha OH
| \
e T
o5 90 85 80 75 70 65 &0 55 50 45 40 35 30 25 20 15 10 o5 o
f1 (ppm)
Fig. S1. 'H NMR (300 MHz, (CD3),S0, 25°C) of CpoOHAr2
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Fig. $2. *C-Jmod NMR (75 MHz, CD,Cl,, 25°C) of CpOHAr2
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2. CpBrAr2
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Fig. $3. 'H-NMR (300 MHz, CD,Cl,, 25°C) of CpBrAr2, as a 66:30:4 mixture of three regioisomers
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Fig. S4. 13C-Jmod NMR (75 MHz, CD,Cl,, 25°C) of CpBrAr2, as a 66:30:4 mixture of three regioisomers
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3.CpClIAr1
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Fig. S5. 'H-NMR (300 MHz, CD,Cl,, 25°C) of CpCIAr1 as a 46:34:20 mixture of three regioisomers
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Fig. S6. 3C{*H} NMR (126 MHz, CD,Cl,, 25°C) of CpClAr1 as a 46:34:20 mixture of three regioisomers
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4. CpClAr2

vO: 7T’ T
YO €21 W
B ERT4

OTH 95'T —

2v03 007 —

V0¥ 90'%
ovOH 80
2v0¥ 60 7/
2v01 0T

207D 'S
06'9
269
002
00
102
102
10¢
102
w0
S0°
soz |
S0°
90°2
90'Z
90°L
20°2

7rsy
[ _
D T —

Ii,

T T T T
4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5

5.0
1 (ppm)

T
5.5

6.5

8.0 7.0

9.0

.0

Fig. S7. 'H NMR (500 MHz, CD,Cl,, 25°C) of CpCIAr2, as a 57:37:6 mixture of three regioisomers
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Fig. $8. 13C-Jmod NMR (126 MHz, CD,Cly, 25°C) of CpCIAr2, as a 57:37:6 mixture of three regioisomers
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5. CpCIAr3
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Fig. S9. '"H NMR (600 MHz, (CD3),CO, 25°C) of CpCIAr3
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Fig. $10. *C{*H} NMR (151 MHz, (CDs),CO, 25°C) of CpCIAr3

(signal at 78.4 ppm relates to chloroform traces)
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6. RuCpBrArl
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Fig. S11. 'H NMR (600 MHz, CD,Cl,, 25°C) of RuCpBrArl
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Fig. S12. *C{*H} NMR (151 MHz, CD,Cl,, 25°C) of RuCpBrAr1
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7. RuCpBrAr3
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Fig. $13. 'H NMR (500 MHz, (CD;),CO, 25°C) of RuCpBrAr3
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Fig. S14. *C{*"H} NMR (126 MHz, (CD3),CO, 25°C) of RuCpBrAr3
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8. RuCpClArl
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Fig. $15. 'H-NMR (600 MHz, CD,Cl, 25°C) of RuCpCIArl
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Fig. $16. *C{*H} NMR (126 MHz, CD-Cl,, 25°C) of RuCpClArl
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9. RuCpClAr3
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Fig. $17. 'H NMR (500 MHz, (CDs),CO, 25°C) of RuCpCIAr3
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Fig. S18. *C{*"H} NMR (126 MHz, (CDs),CO, 25°C) of RuCpCIAr3
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Il. HR-MS OF

1. CpOHAr2
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Fig. S19. HR-MS (DCI-CH,4) data for compound CpOHAr2
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2. CpBrAr2
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Fig. S20. HR-MS (ESI+) data for compound CpBrAr2
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3. CpBrAr4
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Fig. S21. MS (DCI-CH,) data for compound CpBrAr4, obtained as a mixture with CpCIAr4 and CpHAr4
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4. CpCIArl
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Fig. $22. HR-MS (Spiral-TOF) DCTB+TFANa+PEG data for compound CpCIArl
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5. CpClAr2
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Fig. S23. HR-MS (DCI-CH4) data for compound CpCIAr2
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6. CpCIAr3
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Fig. S24. HR-MS (MALDI-TOF) DCTB+TFANa (with PEG for the HR) data for compound CpCIAr3
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7. RuCpBrArl
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Fig. S25. HR-MS (ESI*) data for compound RuCpBrArl
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8. RuCpBrAr3
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Fig. S26. HR-MS (ESI*) data for compound RuCpBrAr3
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9. RuCpClArl
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Fig. $27. HR-MS (ESI*) data for compound RuCpCIArl
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10. RuCpClAr3
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Fig. S28. HR-MS (ESI*) data for compound RuCpCIAr3
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