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1H	  NMR	  spectra	  Complex	  1a	  [Ir(Fphtl)2(PytlPh)]+PF6-‐	  

	  

19F{1H}	  spectra	  Complex	  1a	  [Ir(Fphtl)2(PytlPh)]+PF6-‐	  
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1H	  NMR	  spectra	  Complex	  1b	  [Ir(dFphtl)2(PytlPh)]+PF6-‐	  

	  

19F{1H}	  spectra	  Complex	  1b	  [Ir(dFphtl)2(PytlPh)]+PF6-‐
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1H	  NMR	  spectra	  Complex	  2a	  [Ir(Fphtl)2(PytlBn)]+PF6-‐	  

	  

19F	  {1H}	  NMR	  spectra	  Complex	  2a	  [Ir(Fphtl)2(PytlBn)]+PF6-‐	  
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1H	  NMR	  spectra	  Complex	  2b	  [Ir(dFphtl)2(PytlBn)]+PF6-‐	  

	  

19F	  {1H}	  NMR	  spectra	  Complex	  2b	  [Ir(dFphtl)2(PytlBn)]+PF6-‐	  
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Figure	  S1:	  Cyclic	  Voltammetry	  of	  Complexes	  1a-‐b	  

	  

	  

	  

	  

Figure	  S2:	  Cyclic	  Voltammetry	  of	  Complexes	  2a-‐b	  
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Additional	  Photophysical	  Data	  	  

Figure	  S3:	  Photophysical	  data	  for	  Complex	  1a	  [Ir(Fphtl)2(PytlPh)]+PF6-‐	  

	  

	  

Figure	  S4:	  Photophysical	  data	  for	  Complex	  1b	  [Ir(dFphtl)2(PytlPh)]+PF6-‐	  
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Figure	  S5:	  Photophysical	  data	  for	  Complex	  2a	  [Ir(Fphtl)2(PytlBn)]+PF6-‐	  

	  

	  

Figure	  S6:	  Photophysical	  data	  for	  Complex	  2b	  [Ir(dFphtl)2(PytlBn)]+PF6-‐	  
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Figure	  S7:	  Emission	  Spectra	  of	  Powdered	  Samples	  of	  complexes	  1a-‐b	  and	  2a-‐b	  

	  

	  

Figure	  S8:	  Emission	  Spectra	  of	  Thin	  films	  of	  Complex	  1a	  [Ir(Fphtl)2(PytlPh)]+PF6-‐	  
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Figure	  S9:	  Emission	  spectra	  of	  Thin	  films	  of	  Complex	  1b	  [Ir(dFphtl)2(PytlPh)]+PF6-‐	  

	  

	  

Figure	  S10:	  Emission	  spectra	  of	  Thin	  films	  of	  Complex	  2a	  [Ir(Fphtl)2(PytlBn)]+PF6-‐	  

	  

	  

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013



	   S11	  

	  

Figure	  S11:	  Emission	  spectra	  of	  Thin	  films	  of	  Complex	  2b	  [Ir(dFphtl)2(PytlBn)]+PF6-‐	  

	  

	  

Calculations	  

Table	  S1:	  Selected	  bond	  and	  angle	  distance	  in	  complexes	  1a-‐b	  

	  

	  

Table	  S2:	  Selected	  bond	  and	  angle	  distance	  in	  complexes	  2a-‐b	  
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Figure	  S12:	  Quantification	  of	  Selected	  MOs	  of	  Complex	  1a	  
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Figure	  S13:	  Quantification	  of	  Selected	  MOs	  of	  Complex	  1b	  
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Figure	  S14:	  Quantification	  of	  Selected	  MOs	  of	  Complex	  2a	  
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Figure	  S15:	  Quantification	  of	  Selected	  MOs	  of	  Complex	  2b	  
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Figure	  S16:	  Comparison	  of	  experimental	  and	  calculated	  absorption	  spectra	  of	  1a	  

	  

Figure	  S17:	  Comparison	  of	  experimental	  and	  calculated	  absorption	  spectra	  of	  b	  
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Figure	  S18:	  Comparison	  of	  experimental	  and	  calculated	  absorption	  spectra	  of	  2a	  

	  

Figure	  S19:	  Comparison	  of	  experimental	  and	  calculated	  absorption	  spectra	  of	  2b	  
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Figure	  S20:	  Dipole	  moment	  of	  S1	  and	  T1	  states	  of	  complex	  1a	  

	  

Figure	  S21:	  Dipole	  moment	  of	  S1	  and	  T1	  states	  of	  complex	  1b	  
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Figure	  S22:	  Dipole	  moment	  of	  S1	  and	  T1	  states	  of	  complex	  2a

	  

Figure	  S23:	  Dipole	  moment	  of	  S1	  and	  T1	  states	  of	  complex	  2b
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Table	  S3:	  TDDFT	  100	  lowest	  vertical	  singlet	  transition	  for	  complex	  1a:	  
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Table	  S4:	  TDDFT	  100	  lowest	  vertical	  singlet	  transition	  for	  complex	  1b:	  
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Table	  S5:	  TDDFT	  100	  lowest	  vertical	  singlet	  transition	  for	  complex	  2a:	  

	   	  

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013



	   S26	  

	   	  

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013



	   S27	  

Table	  S6:	  TDDFT	  100	  lowest	  vertical	  singlet	  transition	  for	  complex	  2b:	  
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