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Figure S1:  Details of X-ray analysis on 1b 

 

Figure S2:  Details of X-ray analysis on 1c 

 

Table S1:  The energy and MO levels in 1b for various geometries and stereoisomers  

 

Figure S3:  HOMO and LUMO of Z,Z-anti-1b and Z,Z-syn-1b 

 
  



Crystal Data of 1b 
Empirical formula  C16H12O6S  
Formula weight  332.32  
Temperature/K  150  
Crystal system  monoclinic  
Space group  P21/c  
a/Å  7.64087(8)  
b/Å  27.0733(2)  
c/Å  7.57532(8)  
α/°  90  
β/°  111.3145(12)  
γ/°  90  
Volume/Å3  1459.87(3)  
Z  4 
ρcalcg/cm3  1.512  
μ/mm-1  2.258  
F(000)  688.0  
Crystal size/mm3  0.3 × 0.2 × 0.1  
Radiation  CuKα (λ = 1.54184) 
2Θ range for data collection/° 6.53 to 151.094  
Index ranges  -9 ≤ h ≤ 9, -33 ≤ k ≤ 31, -5 ≤ l ≤ 9 
Reflections collected  8589  
Independent reflections  2940 [Rint = 0.0139, Rsigma = 0.0134] 
Data/restraints/parameters  2940/0/210  
Goodness-of-fit on F2  1.072  
Final R indexes [I>=2σ (I)]  R1 = 0.0309, wR2 = 0.0839 
Final R indexes [all data]  R1 = 0.0316, wR2 = 0.0845 
Largest diff. peak/hole / e Å-3 0.22/-0.28  

 

top view 

 

 

 

 

 

 

side view 

 

 

 

Figure S1. X-ray structure of 1b 

  



Crystal Data of 2a 
Empirical formula  C20H14O3  
Formula weight  302.31  
Temperature/K  150  
Crystal system  monoclinic  
Space group  I2/a  
a/Å  19.8997(3)  
b/Å  3.99030(6)  
c/Å  36.7757(5)  
α/°  90  
β/°  90.5811(12)  
γ/°  90  
Volume/Å3  2920.05(7)  
Z  8 
ρcalcg/cm3  1.375  
μ/mm-1  0.745  
F(000)  1264.0  
Crystal size/mm3  0.8 × 0.1 × 0.05  
Radiation  CuKα (λ = 1.54184) 
2Θ range for data collection/° 4.806 to 151.91  
Index ranges  -24 ≤ h ≤ 23, -1 ≤ k ≤ 4, -46 ≤ l ≤ 43 
Reflections collected  7722  
Independent reflections  2932 [Rint = 0.0122, Rsigma = 0.0142] 
Data/restraints/parameters  2932/0/209  
Goodness-of-fit on F2  1.034  
Final R indexes [I>=2σ (I)]  R1 = 0.0351, wR2 = 0.0970 
Final R indexes [all data]  R1 = 0.0366, wR2 = 0.0984 
Largest diff. peak/hole / e Å-3 0.19/-0.18  
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Figure S2.  X-ray structure of 2a 

  



Table S1. The energy and MO levels in 1b for various geometries and stereoisomers 

 

  



 

a) Z,Z-anti-1b     b) Z,Z-syn-1b 
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Figure S3.  HOMO and LUMO of (a) Z,Z-anti-1b and (b) Z,Z-syn-1b 
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