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1. NMR spectrum of 2,2-dibromoethanol
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Figure S1. Structure of 2,2-dibromoethanol.
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Figure S2. *H NMR spectrum of 2,2-dibromoethanol in CDCls at 400.13 MHz.
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2. NMR spectra of compound P1
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Figure S3. Structure of compound P1.
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Figure S4. *H NMR spectrum of ligand precursor P1 in DMSO-ds at 400.13 MHz.



o0 (sl [}
v o v u v
EE25555
B5AH AEad n M 29TBRES
R R RT+] =R 0 n o HaRnm
gy angg 8 999RARA
AN PN | | et Lt
]
RN
]
1 1
210 200 190 180 170 160 150 140 130 120 110 %DD ) 90 80 70 60 50 40 30 20 10 -10
lppm

Figure S5. 3C{*H} NMR spectrum of ligand precursor P1 in DMSO-d¢ at 100.62 MHz.
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3. NMR spectra of compound C1

Figure S6. Structure of compound C1.
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Figure S7. *H NMR spectrum of complex C1 in CD3CN at 400.13 MHz.
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Figure S8. 3C{*H} NMR spectrum of complex C1 in CDsCN at 100.62 MHz.
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4. NMR spectra of compound C2
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Figure S9. Structure of compound C2.
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Figure S10. *H NMR spectrum of complex €2 in CDsCN at 400.13 MHz.
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Figure S11. 3C{*H} NMR spectrum of complex €2 in CDsCN at 100.62 MHz.
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5. NMR spectra of compound C3
Figure S12. Structure of compound C3.
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Figure S13. *H NMR spectrum of complex €3 in CDsCN at 400.13 MHz.
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Figure S14. 3C{*H} NMR spectrum of complex €3 in CDsCN at 100.62 MHz.
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6. NMR spectra of compound P2a
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Figure S15. Structure of compound P2a.

i

1%

0.98-]

T
10.6 104 10.2 10.0 9.8 9.6 94

198-=
4.00-%

x

522
<5.20

2.50 DMSO
200 DVS0

2,50 DMSO

v
2,08 Acstene

150
0.9«

23000
22000
21000
20000
19000
f-18000
17000
16000
15000
14000
13000
12000
11000
10000
9000
8000
7000
o000
~5000
4000
~3000
2000

1000

r-1000

Figure S16. *H NMR spectrum of ligand precursor P2a in DMSO-ds at 400.13 MHz.
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Figure S17. 3*C{*H} NMR spectrum of ligand precursor P2a in DMSO-ds at 100.62 MHz.
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7. NMR spectra of compound P2b

P2b

Figure S18. Structure of compound P2b.
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Figure $19. *H NMR spectrum of ligand precursor P2b in DMSO-ds at 400.13 MHz.

513



(==l [a ]
EE %% ~100000
= 28e8388 2R 80 R zpfmo
+ Uy Godoylnl O o o G~ L
] g R R A RS LR 5 3 BRgHRA
[ NNy P e Fa0000
80000
70000
60000
50000
40000
30000
20000
10000
i
|
AT I ,

T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 f I(DD ) Q0 a0 70 60 50 40 30 20 10 0 -10 -20
1 (ppm

Figure S20. 3C{*H} NMR spectrum of ligand precursor P2b in DMSO-ds at 100.62 MHz.
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8. NMR spectra of compound P2c

P2c

Figure S21. Structure of compound P2c.
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Figure S22. *H NMR spectrum of ligand precursor P2¢ in DMSO-ds at 400.13 MHz.
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Figure S23. 3C{*H} NMR spectrum of ligand precursor P2¢ in DMSO-ds at 100.62 MHz.
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9. NMR spectra of compound C2a
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Figure S24. Structure of compound C2a.
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Figure S25. 'H NMR spectrum of complex C2a in CDsCN at 400.13 MHz.

S17



F£ouuuu

0t

=S

250000

240000

12657
12456

_~12032

21750
—17341
15518
17
— 14246
11831
11320
—74.08
—67.98
—3421
~3178
Em
Zmm
173 CO3CN
/153 CoEN
W1.11 coxn
\0.a1 coxN

—14.19

230000

v
<

\

220000
LZIDUUU
;ZDDUUU
LIBDUUU
:IBUUUU
;17UUUU
LIEDDDD
LISDUUU
7140000
;130000
llZDUUU
1IIDUUU
leUUUU
LQUDUU
:EDDDD
L?DDUU
LSDDUU
;SDDUU
l4DDUU
:3UDUU

20000

f] o 10000
l l R U P b i Lo

f--10000

30 220 210 200 180 180 170 160 150 140 130 120 llDf HDD ) 90 a0 70 60 50 40 30 20 10 i} -0 -20
1 (ppm

Figure S26. 3C{*H} NMR spectrum of complex C2a in CDsCN at 100.62 MHz.
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10. NMR spectra of compound C2b
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Figure S27. Structure of compound C2b.
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Figure S28. *H NMR spectrum of complex C2b in CDsCN at 400.13 MHz.
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11. NMR spectra of compound C2c
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Figure S30. Structure of compound C2c.
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Figure S31. *H NMR spectrum of complex C2c¢ in CDsCN at 400.13 MHz.
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12. NMR spectra of compound C2d

Figure S33. Structure of compound C2d.
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Figure S34. 'H NMR spectrum of complex C2d in CD3CN at 400.13 MHz.
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Figure S35. 3*C{*H} NMR spectrum of complex C2d in CDsCN at 100.62 MHz.
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Figure S36. °F NMR spectrum of complex €2d in CDsCN at 376.46 MHz.
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