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Supporting Information Table S1. Experimental details for the x-ray diffraction studies.  

Identification code  L1 3 6 

Empirical formula  C17 H16 N2 O3 S C26 H30 Cl2 N2 O3 Ru S2 C26 H30 Cl2 N2 O4 Ru S 

Formula weight  328.38 654.61 638.55 

Temperature  110.0 K 150.15 K 150.15 K 

Wavelength  0.71073 Å 0.71073 Å 0.71073 Å 

Crystal system  Orthorhombic Orthorhombic Orthorhombic 

Space group  P212121 P212121 P212121 

Unit cell dimensions a = 11.9242(6) Å a = 11.408(3) Å a = 11.398(2) Å 

 b = 26.5717(13) Å b = 13.270(5) Å b = 13.064(3) Å 

 c = 5.0373(3) Å c = 18.477(4) Å c = 18.578(4) Å 

Volume 1596.05(15) Å3 2797.3(14) Å3 2766.2(10) Å3 

Z 4 4 4 

Density (calculated) 1.367 Mg/m3 1.554 Mg/m3 1.533 Mg/m3 

Absorption 

coefficient 
0.219 mm-1 0.932 mm-1 0.870 mm-1 

F(000) 688 1336 1304 

Crystal size 0.442 x 0.13 x 0.078 mm3 0.59 x 0.26 x 0.24 mm3 0.38 x 0.22 x 0.2 mm3 

Theta range for data 

collection 

2.295 to 27.472°. 1.889 to 27.554°. 1.906 to 27.492°. 

Index ranges -15<=h<=15, -34<=k<=34, -

6<=l<=6 

-14<=h<=14, -17<=k<=16, -

23<=l<=23 

-14<=h<=14, -16<=k<=16, -

24<=l<=23 

Reflections collected 33565 32747 32418 

Independent 

reflections 

3659 [R(int) = 0.0760] 6363 [R(int) = 0.0389] 6329 [R(int) = 0.0369] 

Completeness to 

theta = 25.242° 

99.9 %  99.7 %  100.0 %  

Absorption 

correction 

Semi-empirical from 

equivalents 

Semi-empirical from 

equivalents 

Semi-empirical from 

equivalents 

Max. and min. 

transmission 

0.7436 and 0.6681 0.7456 and 0.6172 0.7456 and 0.6628 

Refinement method Full-matrix least-squares on 

F2 

Full-matrix least-squares on 

F2 

Full-matrix least-squares on 

F2 

Data / restraints / 

parameters 

3659 / 0 / 209 6363 / 0 / 329 6329 / 0 / 329 

Goodness-of-fit on 

F2 

1.104 1.051 1.043 

Final R indices 

[I>2sigma(I)] 

R1 = 0.0581, wR2 = 0.1084 R1 = 0.0240, wR2 = 0.0579 R1 = 0.0273, wR2 = 0.0711 

R indices (all data) R1 = 0.0751, wR2 = 0.1138 R1 = 0.0263, wR2 = 0.0593 R1 = 0.0296, wR2 = 0.0727 

Absolute structure 

parameter 

0.03(3) -0.002(12) -0.003(13) 

Extinction 

coefficient 

n/a n/a n/a 

Largest diff. peak 

and hole 
0.480 and -0.365 e.Å-3 0.743 and -0.420 e.Å-3 1.124 and -0.484 e.Å-3 

 

CCDC for L1 is 1474599 and complexes 3 and 6 is 1458027-1458028. 
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1H NMR of ligands 
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13C NMR of ligands 
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1H NMR of complexes 
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13C NMR of complexes 
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GC-MS data 
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