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A. UV-vis spectra 

 
Figure S1. UV-vis spectrum of Re[TPC-3-CHO](O) in dichloromethane. 

 

Figure S2. UV-vis spectrum of Re[TpCH3PC-3-CHO](O) in dichloromethane. 
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Figure S3. UV-vis spectrum of Re[TpOCH3PC-3-CHO](O) in dichloromethane. 

 

Figure S4. UV-vis spectrum of Re[TpFPC-3-CHO](O) in dichloromethane. 
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Figure S5. UV-vis spectrum of Re[TpCF3PC-3-CHO](O) in dichloromethane. 

 

Figure S6. UV-vis spectrum of Re[TpFPC-3,17-(CHO)2](O) in dichloromethane. 
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Figure S7. UV-vis spectrum of Re[TPC-3-CH(CN)COOH](O) in dichloromethane. 

 

Figure S8. UV-vis spectrum of Re[TpCH3PC-3-CH(CN)COOH](O) in dichloromethane. 
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Figure S9. UV-vis spectrum of Re[TpOCH3PC-3-CH(CN)COOH](O) in dichloromethane. 

 

Figure S10. UV-vis spectrum of Re[TpFPC-3-CH(CN)COOH](O) in dichloromethane. 
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Figure S11. UV-vis spectrum of Re[TpCF3PC-3-CH(CN)COOH](O) in dichloromethane. 

 

Figure S12. UV-vis spectrum of Au[TPC-3,17-(CHO)2] in dichloromethane. 
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Figure S13. UV-vis spectrum of Au[TpCH3PC-3-CHO] in dichloromethane. 

 

Figure S14. UV-vis spectrum of Au[TpCH3PC-3,17-(CHO)2] in dichloromethane. 
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Figure S15. UV-vis spectrum of Au[TpOCH3PC-3,17-(CHO)2] in dichloromethane. 
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B. HRMS-ESI mass spectra 

 

Figure S16. HRMS-ESI mass spectrum of Re[TPC-3-CHO](O). 

 

Figure S17. HRMS-ESI mass spectrum of Re[TPC-3-CH(CN)COOH](O). 
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Figure S18. HRMS-ESI mass spectra of Re[TpCH3PC-3-CHO](O). 

ReO-p-Me-mono-formyl_190226104237 2/26/2019 10:42:38 AM ReO-p-Me-mono-formyl

785 790 795 800 805
m/z

0

10

20

30

40

50

60

70

80

90

100
0

10

20

30

40

50

60

70

80

90

100

R
el

at
iv

e 
Ab

un
da

nc
e

796.1853

797.1897

794.1814

798.1937

799.1985

796.1845

794.1815

797.1875

798.1906
799.1936

NL:
4.56E6
ReO-p-Me-mono-
formyl_190226104237#1-4  
RT: 0.01-0.10  AV: 4 T: FTMS 
+ p ESI Full ms 
[500.00-1200.00] 

NL:
9.64E3
C 41 H 29 N 4 O 2 Re: 
C 41 H 29 N 4 O 2 Re 1
p (gss, s /p:40) Chrg 1
R: 80000 Res .Pwr . @FWHM

ReO-p-Me-mono-formyl_190226104237 2/26/2019 10:42:38 AM ReO-p-Me-mono-formyl

ReO-p-Me-mono-formyl_190226104237 #1-4 RT: 0.01-0.10 AV: 4 NL: 4.56E6
T: FTMS + p ESI Full ms [500.00-1200.00]

760 770 780 790 800 810 820 830 840 850 860
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

796.1853

794.1814

819.1734

798.1937

817.1705

828.2095811.2072
809.2044781.1879 855.2058

821.1799



S12 
 

 

 

Figure S19. HRMS-ESI mass spectra of Re[TpCH3PC-3,17-(CHO)2](O). 
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Figure S20. HRMS-ESI mass spectra of Re[TpCH3PC-3-CH(CN)COOH](O). 
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Figure S21. HRMS-ESI mass spectra of Re[TpOCH3PC-3-CHO](O). 
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Figure S22. HRMS-ESI mass spectra of Re[TpOCH3PC-3-CH(CN)COOH](O). 
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Figure S23. HRMS-ESI mass spectra of Re[TpCF3PC-3-CHO](O). 
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Figure S24. HRMS-ESI mass spectrum of Au[TPC-3,17-(CHO)2]. 
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Figure S25. HRMS-ESI mass spectrum of Au[TpCH3PC-3-CHO]. 

 

Figure S26. HRMS-ESI mass spectrum of Au[TpCH3PC-3,17-(CHO)2]. 
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Figure S27. HRMS-ESI mass spectrum of Au[TpOCH3PC-3,17-(CHO)2]. 
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C. 1H NMR spectra 

 
Figure S28. 1H NMR spectrum of Re[TPC-3-CHO](O) at -20°C. 
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Figure S29. 1H NMR and 1H—1H COSY spectra of Re[TPC-3-CH(CN)COOH](O) at -20°C. 
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Figure S30. 1H NMR and 1H—1H COSY spectrum of Re[TpCH3PC-3-CHO](O) at -20°C. 
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Figure S31. 1H NMR and 1H—1H COSY spectra of Re[TpCH3PC-3,17-(CHO)2](O) at -20°C. 
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Figure S32. 1H NMR spectrum of Re[TpCH3PC-3-CH(CN)COOH](O) in CDCl3 at -20°C. 
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Figure S33. 1H NMR and 1H—1H COSY spectra of Re[TpOCH3PC-3-CHO](O) in CDCl3 at 
-20°C. 
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Figure S34. 1H NMR and 1H—1H COSY spectra of Re[TpFPC-3-CHO]O in CDCl3 at 20°C. 
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Figure S35. 1H NMR and 1H—1H COSY spectra of Re[TpCF3PC-3-CHO]O in CDCl3 at -
20°C. 
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Figure S36. 1H NMR and 1H—1H COSY spectra of Re[TPC-3-CH(CN)COOH](O) in CDCl3 
at -20°C. 
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Figure S37. 1H NMR and 1H—1H COSY spectra of Re[TpFPC-3-(CN)COOH](O) in 
tetrahydrofuran-d8 at 20°C. 
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Figure S38. 1H NMR and 1H—1H COSY spectra of Re[TpCF3PC-3-(CN)COOH](O) in 
CDCl3 at 20°C. 
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Figure S39. 1H NMR spectrum of Au[TPC-3,17-(CHO)2] in CDCl3 at -20°C. 

 

Figure S40. 1H NMR spectrum of Au[TpCH3PC-3-CHO] in CDCl3 at -20°C. 
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Figure S41. 1H NMR spectrum of Au[TpCH3PC-3,17-(CHO)2] in CDCl3 at -20°C. 
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Figure S42. 1H NMR spectrum of Au[TpOCH3PC-3,17-(CHO)2] in CDCl3 at -20°C. 
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Figure S193. 1H NMR and 1H—1H COSY spectra of Au[TpFPC-3-CHO] in CDCl3 at 20°C. 
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Figure S44. 1H NMR and 1H—1H COSY spectra of Au[TpFPC-3,17-(CHO)2] in CDCl3 at 
20°C. 
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D. Partial characterization of minor products 

 

Figure S45. UV-vis spectrum of Re[TpCH3PC-3,17-(CHO)2] in dichloromethane. 

 

 

Figure S46. ESI mass spectrum of Re[TpCH3PC-3,17-(CHO)2](O). 
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Figure S47. 1H NMR spectrum of Au[TpCH3PC-3-CHO] in CDCl3 at -20°C. 

 

Figure S48. Thermal ellipsoid plot for the Knoevenagel condensate of Re[TpCH3PC-3-CHO] 
with pyridin-3-ylacetonitrile. Selected distances (Å): Re1-N1 2.003(18), Re1-N2 1.87(2), 
Re1-N3 1.973(18), Re1-N4 1.956(16). Re(1)-N(3) 1.973(18) Re(1)-N(4) 1.956(16). The 
relatively poor quality of the structure implies that it should be only as proof of connectivity. 


