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Compound 1: [Ir(-Cl)(PN)(PPh3)]2
Selected analytical and spectroscopic data. NMR data at room temperature (1H: 300 MHz, CDCl3, SiMe4. 31P: 121 MHz, CDCl3, external 85% H3PO4 in D2O; 13C: 75 MHz, CDCl3. For proton and carbon labelling, see Figure 1. IR in Nujol mulls). 1a: 1H NMR:  8.06-6.71 (m, 29H, aromatics), 5.26 (dm, J = 8.7 Hz, 1H; Hg), 4.33 (pt, J = 8.7 Hz, 1H; Hc), 4.26 (pdd, J = 8.7, 2.9 Hz, 1H; Ht), 2.38 (dm, J = 6.9 Hz, 1H; CHMe2), 0.63 (d, J = 6.9 Hz, 3H; Me), -0.34 (d, J = 6.9 Hz, 3H; Me). 31P{1H} NMR:  = -2.4 (d, J = 13 Hz, PN), -12.8 (d, PPh3). 1b: 1H NMR:  = 8.06-6.71 (m, 29H; aromatics), 4.63 (dm, J = 9.0 Hz, 1H; Hg), 4.46 (pdd, J = 9.0, 2.1 Hz, 1H; Ht), 4.00 (pt, J = 9.0 Hz, 1H; Hc), 3.05 (dm, J = 6.8 Hz, 1H; CHMe2), 0.97 (d, J = 6.8 Hz, 3H; Me), 0.96 (d, J = 6.9 Hz, 3H; Me); 31P{1H} NMR:  = -3.8 (d, J = 12 Hz, PN), -12.3 (d, PPh3). Anal. Calc. for C84H78Cl2Ir2N2O2P4: C, 58.42; H, 4.55; N, 1.62. Found: C, 58.26; H, 6.12; N, 1.54.
