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1H & 13C NMR 

cis-Pt(ICy7)2Me2 
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cis-Pt(ICy8)2Me2 
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cis-Pt(ICy12)2Me2 

 

 

Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010



S 6 

Ir(ICy7)(cod)Cl 
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Ir(ICy8)(cod)Cl 

 

 

Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010



S 8 

Ir(ICy12)(cod)Cl 
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Ir(ICy8)(CO)2Cl 
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Ir(ICy12)(CO)2Cl 
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FTIR 

cis-Ir(ICy8)(CO)2Cl 
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cis-Ir(ICy12)(CO)2Cl 
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SambVca Output 

cis-Pt(ICy7)2Me2 
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cis-Pt(ICy8)2Me2 
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cis-Pt(ICy12)2Me2 
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cis-Ir(ICy)(CO)2Cl 
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cis-Ir(ICy8)(CO)2Cl 
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cis-Ir(ICy12)(CO)2Cl 
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cis-Ir(IMes)(CO)2Cl 
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Table S1. Crystallographic data for cis-Pt(NHC)2Me2 (NHC = ICy7, ICy8, 
ICy12)complexes. 

Compound reference cis-
Pt(ICy7)2Me2 
(3e) 

cis-
Pt(ICy8)2Me2 
(3f) 

cis-Pt(ICy12)2Me2 
(3g) 

Chemical formula C36H62N4Pt C40H70N4Pt C56H102N4Pt•C4H8O2

Formula Mass 745.99 802.09 1114.61 

CCDC number 762962 762961 762963 

Crystal system Orthorhombic Orthorhombic Monoclinic 

a/Å 19.481(4) 12.924(3) 17.712(5) 

b/Å 15.267(3) 14.532(3) 15.351(4) 

c/Å 22.882(5) 19.717(4) 23.005(7) 

α/° 90.00 90.00 90.00 

β/° 90.00 90.00 111.436(7) 

γ/° 90.00 90.00 90.00 

Unit cell volume/Å3 6806(2) 3703.3(14) 5822(3) 

Temperature/K 93(2) 93(2) 93(2) 

Space group Pbca P2(1)2(1)2(1) P2(1)/n 

No. of formula units per unit cell, Z 8 4 4 

Absorption coefficient, μ/mm-1 4.153 3.822 2.453 

No. of reflections measured 41103 23569 36606 

No. of independent reflections 6210 6756 10549 

Rint 0.1494 0.0764 0.1599 

Final R1 values (I > 2σ(I)) 0.0582 0.0408 0.0641 

Final wR(F2) values (I > 2σ(I)) 0.1034 0.0651 0.1005 

Final R1 values (all data) 0.1082 0.0486 0.1321 

Final wR(F2) values (all data) 0.1191 0.0680 0.1192 
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Table S2. Crystallographic data for cis-Ir(NHC)(CO)2Cl (NHC = ICy8, ICy12) 
complexes. 

Compound reference cis-Ir(ICy8)(CO)2Cl 
(6f) 

cis-Ir(ICy12)(CO)2Cl 
(6g) 

Chemical formula C21H32ClIrN2O2 C29H48ClIrN2O2 

Formula Mass 572.14 684.34 

CCDC number 762964 762965 

Crystal system Orthorhombic Triclinic 

a/Å 17.878(6) 7.815(4) 

b/Å 19.052(6) 9.552(5) 

c/Å 13.392(4) 20.760(9) 

α/° 90.00 92.160(9) 

β/° 90.00 92.229(10) 

γ/° 90.00 111.059(15) 

Unit cell volume/Å3 4561(2) 1442.8(12) 

Temperature/K 93(2) 93(2) 

Space group Pccn P1̄  

No. of formula units per unit cell, Z 8 2 

Absorption coefficient, μ/mm-1 5.988 4.747 

No. of reflections measured 27093 9296 

No. of independent reflections 4135 5089 

Rint 0.1448 0.0837 

Final R1 values (I > 2σ(I)) 0.0821 0.0681 

Final wR(F2) values (I > 2σ(I)) 0.1559 0.1215 

Final R1 values (all data) 0.1330 0.1059 

Final wR(F2) values (all data) 0.1745 0.1375 
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