Supporting Information

NMR spectra, IR spectra, crystal and refinement data and bond parameters of fac-1, fac-2 and 3.
Crystallographic data (CIF).
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Stacked plot of the 3'P{'H}-NMR spectra showing formation and the

equilibrium between fac-2, mer-2 and the formation of 3.
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Figure S1a. '"H-NMR spectrum of 1 (CD2CL).
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Figure S1b. 3'P{!H}-NMR spectrum of 1 (CD2Cl,).
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Figure Slec. IR spectrum of 1.
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Figure S2a. 3'P-NMR of 2(54% of fac-2/ 45% of mer-2) (CD2Cly).
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Figure S2b. IR spectrum of 2(54% of fac-2/ 45% of mer-2).
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Figure S2¢. '"H-NMR spectrum of mer-2 (CDCl3).
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Figure S2d. 3'P-NMR of mer-2 (CDCl3).
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Figure S2e. IR spectrum of mer-2.
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Figure S3b. 3C{'H}-NMR spectrum of 3 (CD.CL).
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Figure S3c. *'P{'H}-NMR spectrum of 3 (CD,Cl,).
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Figure S3d. '>Te{'H}-NMR spectrum of 3 (CD,CL).



801 /
I e M A
Feti oW oty AN T o /

g5l T \ P O o -
| A Wan 4 A I AT IR A n|/ !

70! f /S f/ \ //\ s ”‘("" ‘1 !
| [/ ‘ [/ ‘/v,mrn J.\’( 1 i
A VAR AT AT L
i I Vol <! | I

65: I T (
| |4 Wl L8 =\
I f S 2 s~ = |
| | P bl ] sl

§ 607 [ & T 8 {

2 | . [ B 2 i
g ! | © 8 | |
551 = s -

g = | g .v—
® | [ I § @
ay f 2 18
f 8 g
P s
461 3 | -
EI <
N >4
| g 2
40! 2
E 3k
| ¢ @
351 RS
30!
w00 a0 300 a0 000 w0 1000 )
Wellenzahlen (cm-1)

Figure S3e. IR spectrum of 3.
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Figure S4a. Stacked plot of the 3'P{'H} NMR spectra (THF) showing formation and the

equilibrium between fac-2, mer-2 and the formation of 3.




