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Fig. S1. ESI-MS of [Cu(POP)(5,6'-Me2bpy)][PF6].
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Fig. S2. ESI-MS of [Cu(xantphos)(5,6'-Me2bpy)][PF6].


 
[image: ]

Figure S3. 1H NMR spectrum of [Cu(POP)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz, 298 K). * = residual acetone-d5; ** = H2O / HOD; *** = CH2Cl2.
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Figure S4. 1H NMR spectrum of [Cu(xantphos)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz, 298 K). * = residual acetone-d5 overlapping with the signal for HMe-A5; ** = H2O / HOD; + = CH2 of Et2O. Scale:  / ppm.
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Figure S5. Part of the 13C{1H} NMR spectrum of [Cu(POP)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz, 298 K). Scale:  / ppm.
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Figure S6. HMQC spectrum of [Cu(POP)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz 1H, 126 MHz 13C, 298 K). Scale:  / ppm.

[image: ]

Figure S7. HMBC spectrum of [Cu(POP)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz 1H, 126 MHz 13C, 298 K). * = residual acetone-d5; + = CH2Cl2. Scale:  / ppm.
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Figure S8. HMQC spectrum of [Cu(xantphos)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz 1H, 126 MHz 13C, 298 K). Scale:  / ppm.
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Figure S9. HMBC spectrum of [Cu(xantphos)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz 1H, 126 MHz 13C, 298 K). * = Residual acetone-d5 overlapping with the signal for HMe-A5; ** = H2O / HOD; + = CH2 of Et2O. Scale:  / ppm.
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Figure S10. Part of the NOESY spectrum of [Cu(xantphos)(5,6'-Me2bpy)][PF6] in acetone-d6 (500 MHz 1H, 298 K).




Table S1. Values of A1, A2, τ1 and τ2  for the biexponential fit to the decay using the equation: τ = ΣAiτi/ΣAi

	Compound
	A1
	τ1
	A2
	τ2
	τ

	[Cu(POP)(5,6'-Me2bpy)][PF6] 
	0.6612
	8.236
	0.2997
	2.463
	6.435

	[Cu(xantphos)(5,6'-Me2bpy)][PF6]
	0.614
	6.384
	0.3115
	2.12
	4.949
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MS Spectrum Positive Full Scan
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2127
Spectrum Mode:Single 0.067(5)  Base Peak:785.20(7140874)
BG Mode:None  Segment 1 - Event 1
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MS Spectrum Positive Full Scan Zoomed View
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2127
Spectrum Mode:Single 0.067(5)  Base Peak:785.20(7140874)
BG Mode:None  Segment 1 - Event 1



m/z



10



20



30



40



50



60



70



80



90



100



790 800 810 820 830 840 850 860



78
5.
20



79
0.
15



79
9.
20



80
7.
10



81
3.
50



81
8.
65



82
1.
75



82
8.
65



83
1.
70



83
8.
85



84
1.
25



84
5.
20



85
1.
25



85
5.
35



86
1.
10



MS Spectrum Positive Full Scan Zoomed View
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2127
Spectrum Mode:Single 0.067(5)  Base Peak:785.20(7140874)
BG Mode:None  Segment 1 - Event 1
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MS Spectrum Positive Full Scan
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2108
Spectrum Mode:Single 0.067(5)  Base Peak:825.25(6496470)
BG Mode:None  Segment 1 - Event 1
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MS Spectrum Positive Full Scan Zoomed View
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2108
Spectrum Mode:Single 0.067(5)  Base Peak:825.25(6496470)
BG Mode:None  Segment 1 - Event 1
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MS Spectrum Positive Full Scan Zoomed View
Line#:1   R.Time:0.067(Scan#:5)
MassPeaks:2108
Spectrum Mode:Single 0.067(5)  Base Peak:825.25(6496470)
BG Mode:None  Segment 1 - Event 1
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