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I. ORTEP Drawings for 3a and 3q. 

Figure S1. ORTEP Drawing for 3a. 

 

Table S1. Crystal data and structure refinement for 3a.  

Identification code 3a 
Empirical formula C25H27N3O6 
Formula weight 465.50 

Temperature 113(2) K 
Wavelength 0.71073 Å 

Crystal system, Space group Monoclinic, P2(1)/c 

Unit cell dimensions 
a = 13.228(5) Å, α = 90° 

b = 9.602(3) Å, β = 97.418° 
c = 17.978(6) Å, γ = 90° 

Volume,Z 2264.6(14) Å3 
Z , Calculated density 4, 1.365 Mg/m3 
Absorption coefficient 0.099 mm-1 

F(000) 984 
Crystal size 0.20 x 0.18 x 0.12 mm3 

θ range for data collection 1.55 to 27.88° 
Limiting indices -17<=h<=17, -12<=k<=12, -23<=l<=19  

Reflections collected / unique 12780/2378 [R(int) = 0.0753] 
Completeness to θ = 27.88° 99.9 % 

Absorption correction Semi-empirical from equivalents 
Max. and min. transmission 0.9883 and 0.9806 

Refinement method Full-matrix least-squares on F2 
Data / restraints / parameters 5410 / 0 / 310 

Goodness-of-fit on F2 0.981 
Final R indices [I>2σ(I)] R1 = 0.0380, wR2 = 0.0781 

R indices (all data) R1 = 0.0540, wR2 = 0.0833 
Largest diff. peak and hole 0.222 and -0.252 e. Å-3 
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Figure S2. ORTEP Drawing for 3q. 

 

Table S2. Crystal data and structure refinement for 3q. 

Identification code 3q 
Empirical formula C23H22N4O4 
Formula weight 418.45 

Temperature 293(2) K 
Wavelength 0.71073 Å 

Crystal system, Space group Triclinic, P-1 

Unit cell dimensions 
a = 8.8803(18) Å, α = 79.42(3)° 
b = 11.094(2) Å, β = 79.41(3)° 
c = 11.201(2) Å, γ = 77.65(3)° 

Volume,Z 1047.6(3) Å3 
Z , Calculated density 2, 1.327 Mg/m3 
Absorption coefficient 0.093 mm-1 

F(000) 440 
Crystal size 0.20 x 0.18 x 0.12 mm3 

θ range for data collection 1.90 to 27.86° 
Limiting indices -11<=h<=11, -14<=k<=14, -14<=l<=14  

Reflections collected / unique 10830/4923 [R(int) = 0.0386] 
Completeness to θ = 27.88° 98.5 % 

Absorption correction Semi-empirical from equivalents 
Max. and min. transmission 0.9889 and 0.9817 

Refinement method Full-matrix least-squares on F2 
Data / restraints / parameters 4923 / 64 / 300 

Goodness-of-fit on F2 0.997 
Final R indices [I>2σ(I)] R1 = 0.0476, wR2 = 0.1089 

R indices (all data) R1 = 0.0889, wR2 = 0.1270 
Largest diff. peak and hole 0.230 and -0.239 e. Å-3 
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II. NMR Spectra for 4c-4e, 3 and 5. 
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