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Table S1. Crystallographic Data Table. 

 

Compound reference 3a 3b 3c 3d 4a 4b 4c 4d 4g 
Chemical formula C32H43ClIrP C35H49ClIrOP C36H51ClIrO3P C41H61ClIrP C26H31ClIrO2P C27H33ClIrO2P C28H35ClIrO4P C35H49ClIrO2P C20H27ClIrO2P 
Formula Mass 686.28 744.36 790.39 812.52 634.13 648.15 694.18 760.36 558.04 
Crystal system Monoclinic Triclinic Monoclinic Monoclinic Triclinic Triclinic Monoclinic Monoclinic Monoclinic 
a/Å 9.1087(2) 9.7647(2) 16.0447(10) 18.787(2) 9.155(4) 9.031(3) 8.631(3) 10.8222(9) 11.050(3) 
b/Å 16.9206(4) 9.8404(2) 11.3273(8) 9.3296(11) 10.415(3) 10.767(3) 20.819(6) 28.978(2) 14.534(4) 
c/Å 17.9178(4) 16.6899(3) 17.9788(11) 22.156(3) 13.757(5) 13.915(4) 15.561(4) 10.5824(9) 13.029(3) 
α/° 90.00 97.4660(10) 90.00 90.00 75.18(2) 75.225(14) 90.00 90.00 90.00 
β/° 99.2830(10) 99.5490(10) 94.018(3) 108.885(4) 89.99(2) 88.737(15) 91.350(8) 92.147(2) 92.005(7) 
γ/° 90.00 99.5550(10) 90.00 90.00 73.371(16) 71.842(14) 90.00 90.00 90.00 
Unit cell volume/Å3 2725.41(11) 1538.96(5) 3259.5(4) 3674.4(7) 1211.4(7) 1240.8(6) 2795.2(14) 3316.4(5) 2091.1(8) 
Temperature/K 100(2) 100(2) 100(2) 100(2) 93(2) 100(2) 93(2) 100(2) 93(2) 
Space group P2(1)/n P1̄  P2(1)/c P2(1)/c P1̄  P1̄  Pn P2(1)/c P2(1)/n 
No. of formula units per unit cell, Z 4 2 4 4 2 2 4 4 4 
No. of reflections measured 41084 36021 68232 63414 5198 29133 17374 42834 12847 
No. of independent reflections 15990 15721 18378 16312 3253 12731 8741 15183 3786 
Rint 0.0283 0.0258 0.0430 0.0657 0.0511 0.0373 0.0864 0.0458 0.0959 
Final R1 values (I > 2σ(I)) 0.0300 0.0221 0.0336 0.0707 0.0328 0.0338 0.0531 0.0436 0.0423 
Final wR(F2) values (I > 2σ(I)) 0.0786 0.0555 0.0826 0.1608 0.0859 0.0759 0.0920 0.0918 0.1086 
Final R1 values (all data) 0.0347 0.0232 0.0463 0.0870 0.0341 0.0531 0.0657 0.0576 0.0476 
Final wR(F2) values (all data) 0.0811 0.0559 0.0897 0.1681 0.0868 0.0829 0.0981 0.0964 0.1335 
CCDC number 

744632 744633 744634 744635 746738 744636 746738 744637 802800 
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Table S2. %Vbur calculated using shortest Ir-P and experimentally determined Ir-P distances. 

Complex Ligand %Vbur at 2.334 Å  %Vbur exp Ir-P distance 

3a 2a 35.0 34.6 

3b 2b 34.1 33.6 

3c 2c 30.0 30.0 

3d 2d 30.2 30.0 

4a 2a 33.8 33.0 

4b 2b 34.4 33.9 

4c 2c 31.6 30.7 

4d 2d 32.4 31.7 

4g 2g 30.6 29.9 

Data calculated using ref 1. All values calculated keeping default values except for Ir-L distance. 
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