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(Y) by Jg
Cd4 04 2.102(9) Cd4 54 2.273(4)
Cd4 52 2.281(4) Cd2Ciz 2.381(4)
Cd4 Cd1  4.204(1) Cd3 03 2.125(9)
Cd3 S3 2.258(4) Cd3 S4 2.307(4)
Cd3Cl3 2.364(4) Cd3iCd2 4.171(1)
Cd202 2.073(11) Cd2S22.265(4)
Cd2 S1 2.306(4) Cd4 Cl4  2.342(4)
Cdl 01 2.182(8) Cdl S12.263(4)
Cdi S3 2.294(4) CdICIlL 2.345(4)
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Empirical formula C24 H33 N3

Formula weight 363.53

Crystal description colourless tablet

Crystal size 0.54 x 0.50 x 0.27 mm

Crystal system Monoclinic

Space group P2(1)c

Unit cell dimensions a=12736(6) A alpha = 90deg.

b=15371(6) A beta=94.12(8) deg.
c= 10.676(5) A gamma = 90deg.

Volume 2084.6(16) A™3

Reflections for cell refinement 58

Range in theta 12.5to 17.5 deg.

z 4

Density (calculated) 1.158 Mg/m"3

Absorption coefficient 0.068 mm"—1

F(000) 792

Diffractometer type CAD4

Wavelength 0.71073 A

Scan type omega/theta

Reflections collected 3680

Theta range for data collection  2.65 to 25.03 deg.

Index ranges —14<=h<=150<=k<=18,0 <=1 <=12
Independent reflections 3680 [R(int) = 0.000]
Observed reflections 2412 [I > 2sigma(T)]

Decay correction variation +/=T%%

Structure solution by direct methods

Hydrogen atom location calc

Hydrogen atom treatment constr
Data/restraints/parameters 3680/0/253 (least-squares on F"2)
Final R indices (I > 2sigma(I)] RI1 = 0.0585, wR2 = 0.1304
Final R indices (all data) R1 = 0.0975, wR2 = 0.1578
Goodness of fit on F2 1.039

Final maximum delta/sigma 0.000

Weighting scheme

calc w = 1/[\s"2"(Fo"2") +(0.6200P)"2"+0.0P] where P = (Fo"2"+2 Fc"27)/3
Largest diff. peak and hole 0.21 and —0.21 e.A"=3





