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Table 1.  Crystal data and structure refinement for C1.  

 

      Identification code              cd211346   

      Empirical formula               C27 H35 Cl Ir N3 O  

      Formula weight                 645.23  

      Temperature                    293(2) K  

      Wavelength                     0.71073 Ǻ  

      Crystal system, space group        Triclinic,  P1  

      Unit cell dimensions              a = 9.9910(8) Ǻ    alpha = 114.5730(10) deg.  

                                     b = 11.2165(9) Ǻ   beta = 101.430(2) deg.  

                                     c = 12.8912(10) Ǻ  gamma = 91.1840(10) deg.  

      Volume                         1279.11(18) Ǻ^3  

      Z, Calculated density              2,  1.675 Mg/m^3  

      Absorption coefficient             5.348 mm^-1  

      F(000)                          640  

      Crystal size                      0.203 x 0.127 x 0.085 mm  

      Theta range for data collection       1.78 to 26.00 deg.  
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      Limiting indices                  -12<=h<=12, -13<=k<=13, -11<=l<=15  

      Reflections collected / unique        6959 / 5874 [R(int) = 0.0203]  

      Completeness to theta = 26.00       97.9 % 

      Absorption correction              Empirical  

      Max. and min. transmission         1.00000 and 0.52252  

      Refinement method                Full-matrix least-squares on F^2  

      Data / restraints / parameters         5874 / 3 / 601  

      Goodness-of-fit on F^2             1.005  

      Final R indices [I>2sigma(I)]        R1 = 0.0266, wR2 = 0.0635  

      R indices (all data)                R1 = 0.0289, wR2 = 0.0644  

      Absolute structure parameter        0.015(8)  

      Largest diff. peak and hole         1.247 and -0.711 e. Ǻ^-3  

 

 

Table 2.  Crystal data and structure refinement for C2.  

 

      Identification code               cd201144   
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      Empirical formula                C58 H66 Cl2 F12 Ir2 N6 O2  

      Formula weight                  1562.47 

      Temperature                     293(2) K  

      Wavelength                      0.71073 Ǻ  

      Crystal system, space group         Monoclinic,  C2 

      Unit cell dimensions               a = 33.024(3) Ǻ   alpha = 90 deg.  

                                      b = 7.1824(7) Ǻ    beta = 93.428(2) deg.  

                                      c = 25.055(3) Ǻ   gamma = 90 deg.  

      Volume                          5932.1(10) Ǻ^3  

      Z, Calculated density               4,  1.749 Mg/m^3  

      Absorption coefficient              4.657 mm^-1 

      F(000)                           3072  

      Crystal size                      0.312 x 0.061 x 0.045 mm  

      Theta range for data collection       1.52 to 25.50 deg. 

      Limiting indices                  -40<=h<=34, -8<=k<=8, -30<=l<=27 

      Reflections collected / unique       15816 / 10408 [R(int) = 0.0429] 

      Completeness to theta = 25.50       99.5 %  

      Absorption correction              Empirical  

      Max. and min. transmission         1.00000 and 0.82246  

      Refinement method               Full-matrix least-squares on F^2 

      Data / restraints / parameters        10408 / 5 / 770  

      Goodness-of-fit on F^2            1.022  

      Final R indices [I>2sigma(I)]       R1 = 0.0505, wR2 = 0.1111 

      R indices (all data)               R1 = 0.0622, wR2 = 0.1366 

      Absolute structure parameter       -0.001(13)  

      Largest diff. peak and hole         1.281 and -0.889 e. Ǻ^-3 
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Table 3.  Crystal data and structure refinement for C3.  

 

      Identification code              cd201254  

      Empirical formula               C30 H41 Cl Ir N3 O  

      Formula weight                 687.31  

      Temperature                    293(2) K  

      Wavelength                    0.71073 Ǻ  

      Crystal system, space group       Orthorhombic,  P2(1)2(1)2(1)  

      Unit cell dimensions             a = 9.7893(8) Ǻ   alpha = 90 deg.  

                                    b = 12.0920(10) Ǻ    beta = 90 deg.  

                                    c = 24.571(2) Ǻ   gamma = 90 deg.  

      Volume                        2908.5(4) Ǻ ^3  

      Z, Calculated density             4,  1.570 Mg/m^3  

      Absorption coefficient            4.709 mm^-1  

      F(000)                         1376  

      Crystal size                     0.341 x 0.307 x 0.231 mm  

      Theta range for data collection      1.66 to 27.00 deg.  

      Limiting indices                  -12<=h<=11, -14<=k<=15, -31<=l<=16  

      Reflections collected / unique       17244 / 6337 [R(int) = 0.0595]  

      Completeness to theta = 27.00       99.9 %  

      Absorption correction              Empirical  

      Max. and min. transmission         1.0000 and 0.3330  

      Refinement method               Full-matrix least-squares on F^2  

      Data / restraints / parameters        6337 / 0 / 331  

      Goodness-of-fit on F^2            0.942  
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      Final R indices [I>2sigma(I)]        R1 = 0.0456, wR2 = 0.0769 

      R indices (all data)                R1 = 0.0609, wR2 = 0.0809  

      Absolute structure parameter        0.000(9)  

      Largest diff. peak and hole          1.841 and -1.162 e. Ǻ ^-3  

 


