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1. Optical Properties 

 

 

 

 

 

 

 

Figure S1.  IR spectrum in KBr pellet. 

 

 

 

 

 

 

 

Figure S2.  UV-vis-NIR spectrum in KBr pellet. 
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2. X-ray Crystal Structural Analysis 

All measurements were made on a Rigaku RAXIS RAPID imaging plate area detector with graphite 

monochromated Mo-Ka radiation. Indexing was performed from 3 oscillations that were exposed for 

1050 seconds. The crystal-to-detector distance was 127.40 mm. 

The data were collected at a maximum 2θ value of 55.0o. A sweep of data was done using ω scans 

from 130.0 to 190.0o in 3.0o step, at χ=45.0o and φ = 30.0o. The exposure rate was 402.0 [sec./o]. A 

second sweep was performed using w scans from 0.0 to 159.0o in 3.0o step, at χ=45.0o and φ = 210.0o. 

The exposure rate was 402.0 [sec./o]. Another sweep was performed using w scans from 0.0 to 159.0o in 

3.0o step, at χ=0.0o and φ = 210.0o. The exposure rate was 402.0 [sec./o]. The crystal-to-detector distance 

was 127.40 mm. Readout was performed in the 0.100 mm pixel mode. An empirical absorption 

correction was applied which resulted in transmission factors ranging from 0.60 to 1.00. The data were 

corrected for Lorentz and polarization effects. 

The structure was solved by direct methods and expanded using Fourier techniques. The 

non-hydrogen atoms were refined anisotropically. Hydrogen atoms were refined using the riding model. 

The final cycle of full-matrix least-squares refinement on F2 was based on observed reflections and 

variable parameters and converged (largest parameter shift was 0.00 times its esd) with unweighted and 

weighted agreement factors of R1 = Σ||Fo|-|Fc||/Σ|Fo| and wR2 = [Σ(ω(Fo2-Fc2)2)/ Σω(Fo2)2]1/2. A 

Robust-resistant weighting scheme was used. Plots of Σω(|Fo|-|Fc|)2 versus |Fo|, reflection order in data 

collection, sin q/l and various classes of indices showed no unusual trends. 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2011



 S4

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3.  Atomic numbering scheme of crystal 1 at 300 K. 

 

 

 
 

 

 

 
 

 

 
Figure S4.  Model structure of (CMAni+)([18]crown-6)2[Ni(dmit)2]3 for the calculation of phenyl-ring 

rotation along the C - N axis viewed along the a) C - N axis and b) along the -plane of phenyl-ring.   
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Figure S5.  Model structure of (CMAni+)([18]crown-6)2[Ni(dmit)2]3.  The rotation angle of a) 1 = 0º 

and b) 1 = 90º.   
 

 
 

 

 

 
 

 

 

 
 
Figure S6.  Model structure of (CMAni+)([18]crown-6)3[Ni(dmit)2]2 for the calculation of cyanomethy 

rotation along the C - C axis viewed a) normal to the -plane of phenyl-ring and b) parallel to the 

-plane of phenyl-ring. 
 

 

 

 
 

 

 

 
 

 

 

 

Figure S7.  Temperature dependent magnetic susceptibility.  The blue-line was a fit by dimer model.   

a) b) 
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