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Table S1 Crystallographic data for [Pd(L-Cl)(q)] 

Empirical formula C17H13N4OSClPd 
Formula weight 463.25 
Crystal system Monoclinic 
Space group P21/c 

a /Å 14.643(2) 

b /Å 7.9232(11) 

c /Å 15.771(2) 

 /˚ 90 

 /˚ 107.518(10) 

 /˚ 90 

V /Å3 1744.9(4) 

Z 4 

Dcalcd /mg m-3 1.763 

F(000) 920 

  0.71073 

Crystal size/mm3 0.23   0.24   0.25 

Temp./K 273 

 /mm-1 1.349 

Collected 
reflections 

20164 

R int 0.121 

Independent 
reflections 

4079 

R1a 0.1257 

wR2b 0.3160 

GOFc 1.69 
 

a R1 =  Fo-  Fc / Fo . 
b wR2 = [ [ w( Fo

2 - Fc
2)2] /  [w( Fo

2)2] ]1/2 . 
c GOF = [[w(Fo

2-Fc
2)2]/(M-N)]1/2 , where M is the number of reflections 

              and N is the number of parameters refined. 
 

 
 

 

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



 

 

 

Fig. S1 Structure of [Pd(L-Cl)(q)]. 
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Table S2 Selected bond distances and bond angles for [Pd(L-Cl)(q)] 

Bond distances (Å) 

Pd(1)-N(1) 2.015(11) N(1)-C(2) 1.270(17) 

Pd(1)-N(4) 2.029(12) N(1)-N(2) 1.376(13) 

Pd(1)-O(1) 2.075(9) C(1)-S(1) 1.719(14) 

Pd(1)-S(1) 2.237(3) C(16)-O(1) 1.307(19) 

Bond angles () 

N(1)-Pd(1)-N(4) 179.2(4) N(1)-Pd(1)-S(1) 83.3(3)   

O(1)-Pd(1)-S(1) 177.6(3) N(4)-Pd(1)-O(1) 81.9(4) 
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Fig. S2 Contour plots of HOMO and LUMO of [Pd(L-Cl)(q)]. 
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