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X-ray analyses - general 
 

A single crystal was mounted in air on a glass fibre. Intensity data were collected at -65 degrees C. A 
Nonius KappaCCD single-crystal diffractometer was used (phi and omega scan mode) using graphite 
monochromated Mo-Kα radiation. Unit cell dimensions were determined from the angular setting of 67 
reflections. Intensity data were corrected for Lorentz and polarization effects. SADABS multiscan 
correction[1] was applied.The structure was solved by the program DIRDIF[2] and was refined 
with standard methods using SHELXL97[3]) with anisotropic parameters for the nonhydrogen atoms. All 
hydrogens were placed at calculated positions and were refined riding on the parent atoms. A structure 
determination summary is given in Table 1. 
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X-ray analysis of the complex between Zn1 and P4. 
   
Identification code:   CLIP08  
Crystal colour:   translucent purple  
Crystal shape:    triangular regular thick platelet  
Crystal size:    0.28 x 0.22 x 0.08 mm  
Empirical formula:   C102 H86 N10 O14 Zn  
Formula weight:   1741.18  
Temperature:    293(2) K  
Radiation / Wavelength:  MoKa (graphite mon.) / 0.71073 Å 
Crystal system, space group:  Orthorhombic,  Pc21n  
Unit cell dimensions:   α = 14.000(3) Å, 90o 
  73269 reflections                   β = 19.402(2) Å, 90o 
  2.220 < θ < 27.510 )        γ = 31.190(7) Å, 90o 
Volume:    8473(3) Å3 
Z, Calculated density:   4,  1.365 Mg/m3  
Absorption coefficient:  0.365 mm-1  
Diffractometer / scan:   Nonius KappaCCD with area detector phi and omega scan  
F(000):    3640  
Theta range for data collection: 2.22 to 27.51 deg.  
Index ranges:    -17<=h<=16, -25<=k<=16, -40<=l<=40  
Reflections collected / unique: 73269 / 15072 [R(int) = 0.1312]  
Reflections observed:   6745 ([Io>2σ (Io)])  
Completeness to 2θ = 25.00:  93.8%  
Absorption correction:  SADABS multiscan correction (Sheldrick, 1996)  
Refinement method:   Full-matrix least-squares on F2  
Computing:    SHELXL-97 (Sheldrick, 1997)  
Data / restraints / parameters:  15072 / 2242 / 1144  
Goodness-of-fit on F2:  1.175  
SHELXL-97 weight parameters: 0.200000  0.000000 
Final R indices [I>2 σ (I)]:  R1 = 0.1390, wR2 = 0.3369  
R indices (all data):   R1 = 0.2520, wR2 = 0.4044  
Largest diff. peak and hole:  2.064 and -0.708 e.A-3 
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X-ray analysis of the complex between Zn1 and P5. 
   
Identification code :   CLP11A  
Crystal colour:                      translucent dark red  
Crystal shape:                       rather regular fragment  
Crystal size:    0.21 x 0.15 x 0.13 mm  
Empirical formula:   C103 H86 N9 O14 Zn 
Formula weight:   1739.18  
Temperature:    208(2) K  
Radiation / Wavelength:  MoKα (graphite mon.) / 0.71073 Å  
Crystal system, space group:  Orthorhombic,  Pc21n  
Unit cell dimensions:    α = 13.7962(11) Å, 90o  
  94074 reflections                   β = 19.645(2) Å, 90o 
  2.210 < θ < 27.500 )        γ = 32.029(3) Å, 90o 
 Volume:    8680.6(14) Å3  
 Z, Calculated density:             4, 1.331 mg/m3  
Absorption coefficient:             0.356 mm-1  
Diffractometer / scan:              Nonius KappaCCD with area detector phi and omega scan  
F(000):    3636  
Theta range for data  
collection:    2.21 to 27.50o  
Index ranges:                        -17<=h<=17, -25<=k<=25, -41<=l<=41  
Reflections collected /unique:     94074 / 19306 [R(int) = 0.0548]  
Reflections observed:               10734 ([Io>2σ(Io)])  
Completeness to 2θ = 25.00:  99.9%  
Absorption correction:  SADABS multiscan correction (Sheldrick, 1996)  
Refinement method:   Full-matrix least-squares on F2 
Computing:    SHELXL-97 (Sheldrick, 1997)  
Data / restraints / parameters:  19306 / 1 / 1144  
Goodness-of-fit on F2:  1.347  
SHELXL-97 weight parameters        0.099400   11.042700 
Final R indices [I>2σ(I)]       R1 = 0.1049, wR2 = 0.2561  
R indices (all data):   R1 = 0.1770, wR2 = 0.2912  
Largest diff. peak and hole:  2.351 and -0.420 e.A-3 


