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Table S1.  Crystal data and structure refinement for 2a. 

Empirical formula C36H38 Ag2Cl2 N6  
Formula weight 841.36  
Temperature 100(2) K  
Wavelength 0.71073 Å  
Crystal system, space group Monoclinic,  P2(1)/n  
Unit cell dimensions a = 9.9245(4) Å   α = 90 ˚.  
                       b = 16.8820(7) Å   β= 94.389(2) ˚.  
 c = 20.6772(9) Å   γ= 90 ˚.  
Volume 3454.2(3) Å3  
Z, Calculated density 4, 1.641 mg/m3  
Absorption coefficient 1.324 mm-1  
F(000) 1969  
Crystal size 0.30 x 0.30 x 0.25 mm  
θ range for data collection    1.56 to 27.10 ˚  
Limiting indices -11≤h≤12, -21≤k≤20, -26≤l≤26  
Reflections collected / unique    29460 / 7633 [R(int) = 0.0480]  
Completeness to θ= 25.00 100.0 %  
Absorption correction Semi-empirical from equivalents  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters    7633 / 0 / 421  
Goodness-of-fit on F2         1.092  
Final R indices [I>2σ(I)]      R1 = 0.0416, wR2 = 0.138 
R indices (all data) R1 = 0.0595, wR2 = 0.1146 
Absolute structure parameter 0.021(11)  
Largest diff. peak and hole     2.128 and -1.336 e.Å-3  
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Table S2.  Crystal data and structure refinement for 2b. 
Empirical formula C12H15 Ag Cl N3  
Formula weight 344.59 
Temperature 100(2) K  
Wavelength 0.71073 Å  
Crystal system, space group monoclinic, P2(1)/n  
Unit cell dimensions a =9.786(2) Å α = 90 ˚.  
                       b = 11.594(2) Å  β = 109.01(3) ˚.  
 c = 12.312(6) Å   γ = 90 ˚.  
Volume 1320.7(5) Å3  
Z, Calculated density 4, 1.733 mg/m3  
Absorption coefficient 1.709 mm-1  
F(000) 688  
Crystal size 0.25 x 0.20 x 0.10 mm  
θ range for data collection    2.32 to 27.10 ˚  
Limiting indices -12≤h≤12, -13≤k≤14, -15≤l≤15  
Reflections collected / unique   10945 / 2920 [R(int) = 0.0335] 
Completeness to θ= 25.00 100.0 %  
Absorption correction Semi-empirical from equivalents  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters   2920 / 0 / 156  
Goodness-of-fit on F2        1.025  
Final R indices [I>2σ(I)]      R1 = 0.0249, wR2 = 0.0525  
R indices (all data) R1 = 0.0327, wR2 = 0.0558 
Largest diff. peak and hole     0.458 and -0.414 e.Å-3- 
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Table S3.  Crystal data and structure refinement for 3a-CO3 
Empirical formula C38H42Cl2 N6O3Pd  
Formula weight 808.08 
Temperature 100(2) K  
Wavelength 0.71073 Å  
Crystal system, space group Monoclinic, P2(1)/n  
Unit cell dimensions a =12.7736(4) Å  α = 90 ˚.  
                       b = 19.7296(7) Å  β = 102.0670 (10) ˚.  
 c = 14.8140(5) Å  γ = 90 ˚.  
Volume 2441,1(2) Å3  
Z, Calculated density 4, 1.470 mg/m3  
Absorption coefficient 0.701 mm-1  
F(000) 1664  
Crystal size 0.20 x 0.20 x 0.18 mm  
θ range for data collection    1.92 to 27.09  ˚  
Limiting indices -13≤h≤16, -24≤k≤25, -18≤l≤17  
Reflections collected / unique   30770 / 8034 [R(int) = 0.0353] 
Completeness to θ= 25.00 99.9 %  
Absorption correction Semi-empirical from equivalents  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters    8034 / 0 / 457  
Goodness-of-fit on F2         1.024 
Final R indices [I>2σ(I)]      R1 = 0.0333, wR2 = 0.0851  
R indices (all data) R1 = 0.0430, wR2 = 0.0910 
Largest diff. peak and hole     0.728 and -0.751 e.Å-3- 

 

 

 
 
 
 
 
 
 
 
 
 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

 

5 

5 

Table S4.  Crystal data and structure refinement for 3a. 
Empirical formula C36H38Cl2N6Pd  
Formula weight 732.02 
Temperature 296 (2) K  
Wavelength 0.71073 Å  
Crystal system, space group Orthorhombic, Pbcn  
Unit cell dimensions a =15.7750(9) Å α = 90 ˚.  
                       b = 12.1317(8) Å β = 90 ˚.  
 c = 17.5570(12) Å γ = 90 ˚.  
Volume 3360.0(4) Å3  
Z, Calculated density 4, 1.447 mg/m3  
Absorption coefficient 0.747 mm-1  
F(000) 1504  
Crystal size 0.10 x 0.08 x 0.08 mm  
θ range for data collection    2.12 to 27.03 ˚  
Limiting indices -20≤h≤20, -15≤k≤15, -22≤l≤22  
Reflections collected / unique   27361 / 3688 [R(int) = 0.0661] 
Completeness to θ= 25.00 100.0 %  
Absorption correction Semi-empirical from equivalents  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters    3688 / 0 / 207  
Goodness-of-fit on F2         1.051 
Final R indices [I>2σ(I)]      R1 = 0.0292, wR2 = 0.0623 
R indices (all data) R1 = 0.0478, wR2 = 0.0670 
Largest diff. peak and hole    0.505 and -0.575 e.Å-3 
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Table S5.  Crystal data and structure refinement for 3b. 
Empirical formula C24H30Cl2N6 Pd  
Formula weight 579.84 
Temperature 100 (2) K  
Wavelength 0.71073 Å  
Crystal system, space group Triclinic, P-1  
Unit cell dimensions a =7.2059(4) Å α = 80.801(3) ˚.  
                       b = 8.5398(4) Å β = 76.925(2) ˚.  
 c = 10.6540(5) Å γ = 87.557(2) ˚.  
Volume 630.39(5) Å3  
Z, Calculated density 1, 1.527 mg/m3  
Absorption coefficient 0.972 mm-1  
F(000) 296  
Crystal size 0.20 x 0.18 x 0.18 mm  
θ range for data collection    1.99 to 27.10 ˚  
Limiting indices -7≤h≤9, -10≤k≤10, -12≤l≤13  
Reflections collected / unique   10135 / 2772 [R(int) = 0.0197] 
Completeness to θ= 25.00 99.8 %  
Absorption correction Semi-empirical from equivalents  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters    2772 / 0 / 153  
Goodness-of-fit on F2         1.002 
Final R indices [I>2σ(I)]      R1 = 0.0190, wR2 = 0.0534 
R indices (all data) R1 = 0.0195, wR2 = 0.0539 
Largest diff. peak and hole    0.535 and -0.224 e.Å-3 
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