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Table S1.  Cartesian coordinates for 1 and 1+. 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013



 S3 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013



 S4 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013



 S5 

Figure S1. 1H spectrum of 1 observed at 300 MHz in C6D6. 
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Figure S2.  31P NMR spectrum of 1 observed at 122 MHz in C6D6. 
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Figure S3. 1H NMR spectrum of 2 observed at 300 MHz in C6D6. 
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Figure S4. 31P NMR spectrum of 2 observed at 122 MHz in C6D6. 
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Figure S5. 1H NMR spectrum of 3 observed at 300 MHz in C6D6.  
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Figure S6. 31P NMR spectrum of 3 observed at 122 MHz in C6D6.  
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Figure S7.  The molecular orbitals of 1. The contour value is 0.035. A value in a parenthesis 
indicates the orbital energy level (in hartree). 

 

284$(&0.065)�283(LUMO)(&0.066)�282(HOMO)(&0.153)�

280$(HOMO&2)$(&0.180)� 281$(HOMO&1)(&0.177)�279$(&0.186)�

287$(&0.021)�286$(&0.026)�285$(&0.033)�
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Figure S8.  The molecular orbitals 1+� calculated using the restricted open-shell approximation.  
The contour value is 0.035. A value in a parenthesis indicates the orbital energy level (in hartree). 
 

279$(&0.299)� 280$$(HOMO&2)$(&0.256)� 281$(HOMO&1)$(&0.255)�

282$(SOMO/HOMO)(&0.171)�283$(LUMO)(&0.150)� 284$(&0.149)�

285$(&0.143)� 286$(&0.133)� 287$(&0.109)�
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Figure S9. ESI-TOF-mass spectra of 8.  
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