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Headspace-GC data 
 

[Mn(κ3P,C,P-PCP-iPr)(CO)3] (6) 
 

The septum of the microwave vial was penetrated with a Hamilton syringe and 200 µL of the 

headspace was taken up and injected in the GC. 

 
 

[Co(κ3P,C,P-PCP-iPr)(CO)2] (9) 
 

The septum of the microwave vial was penetrated with a Hamilton syringe and 200 µL of the 

headspace was taken up and injected in the GC. 
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NMR data 
 

1H NMR (400 MHz, CDCl3, 20 °C, ppm) of 3,5-Di(2-bromophenyl)-1-methylpyrazole 

 
13C{1H} NMR (101 MHz, CDCl3, 20 °C, ppm) of 3,5-Di(2-bromophenyl)-1-methylpyrazole 
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1H NMR (400 MHz, CD2Cl2, 20 °C, ppm) of P(CH)P-iPr (1) 

 

13C{1H} NMR (101 MHz, CD2Cl2, 20 °C, ppm) of P(CH)P-iPr (1) 
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31P{1H} NMR (162 MHz, CD2Cl2, 20 °C, ppm) of P(CH)P-iPr (1) 

 

 

 

1H NMR (600 MHz, C6D6, 20 °C, ppm) of [Cr(κ2P,N-PCP-iPr)(CO)4] (2) 
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13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [Cr(κ2P,N-PCP-iPr)(CO)4] (2) 

 

 

31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [Cr(κ2P,N-PCP-iPr)(CO)4](2) 
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1H NMR (600 MHz, C6D6, 20 °C, ppm) of [Mo(κ2P,N-PCP-iPr)(CO)4](3) 

 

 

13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [Mo(κ2P,N-PCP-iPr)(CO)4] (3) 
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31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [Mo(κ2P,N-PCP-iPr)(CO)4] (3) 

 

 

 

1H NMR (600 MHz, C6D6, 20 °C, ppm) of [W(κ2P,N-PCP-iPr)(CO)4] (4) 
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13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [W(κ2P,N-PCP-iPr)(CO)4] (4) 
 

 

31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [W(κ2P,N-PCP-iPr)(CO)4] (4) 
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1H NMR (600 MHz, C6D6, 20 °C, ppm) of [Mo(κ3P,CH,P-PCP-iPr)(CO)3] (5) 

 

 

13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [Mo(κ3P,CH,P-PCP-iPr)(CO)3] (5) 
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31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [Mo(κ3P,CH,P-PCP-iPr)(CO)3] (5) 

 

 

 

1H NMR (600 MHz, C6D6, 20 °C, ppm) of [Mn(κ3PCP-PCP-iPr)(CO)3] (6) 
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13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [Mn(κ3PCP-PCP-iPr)(CO)3] (6) 

 

 

31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [Mn(κ3PCP-PCP-iPr)(CO)3] (6) 
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1H NMR (600 MHz, C6D6, 20 °C) of [Fe(κ3PCP-PCP-iPr)H(CO)2] (7) 

 
 

 
13C{1H} NMR (151 MHz, C6D6, 20 °C) of [Fe(κ3PCP-PCP-iPr)H(CO)2] (7) 
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31P{1H} NMR (243 MHz, C6D6, 20 °C) of [Fe(κ3PCP-PCP-iPr)H(CO)2] (7) 

 
 

 
1H NMR (600 MHz, C6D6, 20 °C, ppm) of [Co(κ3PCP-PCP-iPr)(CO)2] (8) 
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13C{1H} NMR (151 MHz, C6D6, 20 °C, ppm) of [Co(κ3PCP-PCP-iPr)(CO)2] (8) 

 

 

 

31P{1H} NMR (243 MHz, C6D6, 20 °C, ppm) of [Co(κ3PCP-PCP-iPr)(CO)2] (8) 
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1H NMR (600 MHz, THF-d8, 20 °C) of [Ni(κ3PCP-PCP-iPr)H] (9) 

 

 
13C{1H} NMR (151 MHz, THF-d8, 20 °C) of [Ni(κ3PCP-PCP-iPr)H] (9) 
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31P{1H} NMR (162 MHz, THF-d8, 20 °C) of [Ni(κ3PCP-PCP-iPr)H] (9) 

 

 
1H NMR (600 MHz, CD2Cl2, 20 °C) of [Mn(κ3PCP-PCPMe-iPr)(CO)3]BF4 (10) 
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13C{1H} NMR (151 MHz, CD2Cl2, 20 °C) of [Mn(κ3PCP-PCPMe-iPr)(CO)3]BF4 (10) 

 

 
31P{1H} NMR (243 MHz, CD2Cl2, 20 °C) of [Mn(κ3PCP-PCPMe-iPr)(CO)3]BF4 (10) 
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1H NMR (600 MHz, CD2Cl2, 20 °C) of [Fe(κ3PCP-PCPMe-iPr)Cl(CO)2]BF4 (11) 

 

 
13C{1H} NMR (151 MHz, CD2Cl2, 20 °C) of [Fe(κ3PCP-PCPMe-iPr)Cl(CO)2]BF4 (13) 
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31P{1H} NMR (243 MHz, CD2Cl2, 20 °C) of [Fe(κ3PCP-PCPMe-iPr)Cl(CO)2]BF4 (13) 

 

 
 


