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Table S1 Crystal data and structure refinement for 6. 

 

Identification code 1 

Empirical formula C26H22O8 

Formula weight 462.43 

Temperature/K 296(2) 

Crystal system orthorhombic 

Space group P2(1)2(1)2(1) 

a/Å 5.8763(16) 

b/Å 17.706(5) 

c/Å 24.914(7) 

α/° 90 

β/° 90 

γ/° 90 

Volume/Å3 2592.2(12) 

Z 4 

ρcalcg/cm3 1.185 

μ/mm-1 0.088 

F(000) 968 

Crystal size/mm3 0.280 x 0.260 x 0.240 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 5.418 to 49.99 

Index ranges -6 ≤ h ≤ 6, -11 ≤ k ≤ 21, -29 ≤ l ≤ 26 

Reflections collected 10840 

Independent reflections 4518 [R(int) = 0.0398] 

Data/restraints/parameters 4518/0/307 

Goodness-of-fit on F2 1.024 

Final R indexes [I>=2σ (I)] R1 = 0.0698, wR2 = 0.1931 

Final R indexes [all data] R1 = 0.1116, wR2 = 0.2253 

Largest diff. peak/hole / e Å-3 0.442/-0.263 

 

 

  



Table S2 Crystal data and structure refinement for 12. 

 

Identification code 1 

Empirical formula C18H20N4O10 

Formula weight 452.38  

Temperature/K 296(2) 

Crystal system orthorhombic 

Space group P2(1)2(1)2(1) 

a/Å 7.4296(7) 

b/Å 13.6558(12) 

c/Å 18.1898(16) 

α/° 90 

β/° 90 

γ/° 90 

Volume/Å3 1845.5(3) 

Z 4 

ρcalcg/cm3 1.628 

μ/mm-1 0.135 

F(000) 944 

Crystal size/mm3 0.260 x 0.200 x 0.170 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 5.382 to 51.99 

Index ranges -8 ≤ h ≤ 9, -16 ≤ k ≤ 15, -22 ≤ l ≤ 19 

Reflections collected 10220 

Independent reflections 3616 [R(int) = 0.0213] 

Data/restraints/parameters 3616/0/298  

Goodness-of-fit on F2 0.930 

Final R indexes [I>=2σ (I)] R1 = 0.0278, wR2 = 0.0693  

Final R indexes [all data] R1 = 0.0311, wR2 = 0.0719  

Largest diff. peak/hole / e Å-3 0.198/-0.144 

 

 


