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Compound 1a 
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Compound 1b 
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Compound 1b 
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Compound 1b 
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Compound 1c 
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Compound 1c 
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Compound 1c 
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Compound 1d 
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Compound 1d 
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Compound 1d 
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Compound 1d 
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Compound 1e 
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Compound 1e 
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Compound 1e 
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Compound 1f 
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Compound 1f 
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Compound 1f 
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Compound 1f 
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Compound 1g 
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Compound 1g 
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Compound 1g 
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Compound 1g 
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Compound 1h 
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Compound 1h 
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Compound 1h 
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Compound 1i 
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Compound 1i 
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Compound 1i 

 



S-33 

 

Compound 1i 
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Compound 1i 
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Compound 1j 
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Compound 1j 

 



S-37 

 

Compound 1j 
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Compound 1k 
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Compound 1k 
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Compound 1k 
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Compound 1l 
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Compound 1l 
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Compound 1m 
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Compound 1m 
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Compound 1m 
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Compound 1m 
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Compound 1n 
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Compound 1n 
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S-53 

 

Compound 1n 
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Compound 1n 

 



S-55 

 

Compound 1o 
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Compound 1o 
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Compound 1o 
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Compound 1p 
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Compound 1p 
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Compound 1p 
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Compound 1q 
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Compound 1q 
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Compound 1q 
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Compound 1q 
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Compound 1r 
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Compound 1r 
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Compound 1r 
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Compound 1s 
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Compound 1t 
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Compound 1u 
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Compound 1u 
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Compound 1u 
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Compound 1u 
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Compound 1u 

 



S-84 

 

Compound 1v 
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Compound 1v 
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Compound 1v 
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Compound 1w 

 



S-89 

 

Compound 1w 
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Compound 1w 
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Compound 1x 
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Compound 1x 
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Compound 1x 

 



S-98 

 

Compound 1y 
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Compound 1y 
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Compound 1y 
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Compound 1z 
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Compound 1z 
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Compound 1z 
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Compound 1z 
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Compound 1aa 
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Compound 1aa 

 



S-108 

 

Compound 1aa 
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Compound 1aa 
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Compound 6a 
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Compound 6a 
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Compound 6b 
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Compound 6b 
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Compound 6b 

 



S-117 

 

Compound 6c 
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Compound 6c 
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Compound 6d 
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Compound 6d 

 



S-123 

 

Compound 6d 
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Compound 6g 
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Compound 6h 
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Compound 6i 
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Compound 6j 
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Compound 6j 
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Compound 6l 
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Compound 6m 
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Compound 6x 
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Compound 6y 
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Compound 9b 
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Compound 9c 
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Compound 9c 
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Compound 9c 
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Compound 9d 
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Crystal data and structure refinement for 1a (the thermal ellipsoid was drawn at the 50% probability 

level) 

 

Identification code  150707lt_0m 

Empirical formula  C19 H20 N2 O3 

Formula weight  324.37 

Temperature  100(2) K 

Wavelength  0.71073 Å  

Crystal system, Space group  Monoclinic, P 21/n 

Unit cell dimensions a = 8.1616(6) Å  = 90°. 

 b = 8.6757(7) Å  = 90.485(3)°. 

 c = 22.6247(19) Å   = 90°. 

Volume 1601.9(2) Å 3 

Z, Density (calculated) 4, 1.345 Mg/m3 

Absorption coefficient 0.092 mm-1 

F(000) 688 

Crystal size 0.12 x 0.10 x 0.10 mm3 

Theta range for data collection 1.800 to 26.469°. 

Index ranges -7<=h<=10, -10<=k<=10, -28<=l<=26 

Reflections collected 13106 

Independent reflections 3282 [R(int) = 0.0289] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9485 and 0.8810 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 3282 / 0 / 221 

Goodness-of-fit on F2 1.129 

Final R indices [I>2sigma(I)] R1 = 0.0356, wR2 = 0.0970 

R indices (all data) R1 = 0.0418, wR2 = 0.1152 

Extinction coefficient n/a 

Largest diff. peak and hole 0.338 and -0.245 e.Å -3 
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Crystal data and structure refinement for 1c (the thermal ellipsoid was drawn at the 50% probability 

level) 

 

Identification code  150917_0m 

Empirical formula  C19 H20 N2 O2 

Formula weight  308.37 

Temperature  296(2) K 

Wavelength  0.71073 Å  

Crystal system, Space group  Monoclinic, P 21/c 

Unit cell dimensions a = 7.1877(5) Å  = 90°. 

 b = 25.1688(16) Å  = 110.284(4)°. 

 c = 9.8090(6) Å   = 90°. 

Volume 1664.46(19) Å 3 

Z, Density (calculated) 4, 1.231 Mg/m3 

Absorption coefficient 0.081 mm-1 

F(000) 656 

Crystal size 0.20 x 0.15 x 0.15 mm3 

Theta range for data collection 1.618 to 26.408°. 

Index ranges -8<=h<=6, -31<=k<=30, -12<=l<=12 

Reflections collected 13538 

Independent reflections 3399 [R(int) = 0.0362] 

Completeness to theta = 25.242° 99.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9485 and 0.8499 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 3399 / 0 / 212 

Goodness-of-fit on F2 1.030 

Final R indices [I>2sigma(I)] R1 = 0.0481, wR2 = 0.1186 

R indices (all data) R1 = 0.0649, wR2 = 0.1299 

Extinction coefficient n/a 

Largest diff. peak and hole 0.166 and -0.167 e.Å -3 
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Crystal data and structure refinement for 1p (the thermal ellipsoid was drawn at the 50% probability 

level) 

 
Identification code  mo_150908_0m 

Empirical formula  C23 H26 N2 O3 

Formula weight  378.46 

Temperature  296(2) K 

Wavelength  0.71073 Å  

Crystal system, Space group  Triclinic, P -1 

Unit cell dimensions a = 8.4384(6) Å  = 70.841(2)°. 

 b = 11.0458(8) Å  = 77.317(2)°. 

 c = 12.1243(8) Å   = 86.918(2)°. 

Volume 1041.25(13) Å 3 

Z, Density (calculated) 2, 1.207 Mg/m3 

Absorption coefficient 0.080 mm-1 

F(000) 404 

Crystal size 0.25 x 0.20 x 0.20 mm3 

Theta range for data collection 1.820 to 26.514°. 

Index ranges -10<=h<=10, -13<=k<=13, -11<=l<=15 

Reflections collected 17072 

Independent reflections 4298 [R(int) = 0.0330] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9485 and 0.8948 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4298 / 180 / 302 

Goodness-of-fit on F2 1.040 

Final R indices [I>2sigma(I)] R1 = 0.0473, wR2 = 0.1277 

R indices (all data) R1 = 0.0710, wR2 = 0.1461 

Extinction coefficient n/a 

Largest diff. peak and hole 0.253 and -0.175 e.Å -3 
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Crystal data and structure refinement for 7y (the thermal ellipsoid was drawn at the 50% probability 

level) 

 
Identification code  twin5 

Empirical formula  C24 H22 O4 

Formula weight  374.41 

Temperature  296(2) K 

Wavelength  0.71073 Å  

Crystal system, Space group  Monoclinic, P 21/n 

Unit cell dimensions a = 11.5472(5) Å  = 90°. 

 b = 9.5808(3) Å  = 95.831(2)°. 

 c = 17.8875(7) Å   = 90°. 

Volume 1968.68(13) Å 3 

Z, Density (calculated) 4, 1.263 Mg/m3 

Absorption coefficient 0.085 mm-1 

F(000) 792 

Crystal size 0.20 x 0.15 x 0.12 mm3 

Theta range for data collection 2.010 to 26.422°. 

Index ranges -14<=h<=14, 0<=k<=11, 0<=l<=22 

Reflections collected 4099 

Independent reflections 4099 [R(int) = 0.0387] 

Completeness to theta = 25.242° 99.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9485 and 0.7768 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4099 / 0 / 256 

Goodness-of-fit on F2 1.082 

Final R indices [I>2sigma(I)] R1 = 0.0547, wR2 = 0.1499 

R indices (all data) R1 = 0.0882, wR2 = 0.1806 

Extinction coefficient n/a 

Largest diff. peak and hole 0.247 and -0.242 e.Å -3 
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Crystal data and structure refinement for 9a (the thermal ellipsoid was drawn at the 50% probability 

level) 

 

Identification code  150708lt_0m_a 

Empirical formula  C12 H14 N2 O3 

Formula weight  234.25 

Temperature  100(2) K 

Wavelength  0.71073 Å  

Crystal system, Space group  Monoclinic, P 21/n 

Unit cell dimensions a = 15.2093(9) Å  = 90°. 

 b = 4.0297(2) Å  = 90.067(3)°. 

 c = 18.2902(11) Å   = 90°. 

Volume 1120.99(11) Å 3 

Z, Density (calculated) 4, 1.388 Mg/m3 

Absorption coefficient 0.101 mm-1 

F(000) 496 

Crystal size 0.20 x 0.08 x 0.08 mm3 

Theta range for data collection 1.740 to 26.321°. 

Index ranges -18<=h<=18, -4<=k<=5, -22<=l<=22 

Reflections collected 9387 

Independent reflections 2258 [R(int) = 0.0243] 

Completeness to theta = 25.242° 99.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9485 and 0.8866 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 2258 / 0 / 157 

Goodness-of-fit on F2 1.098 

Final R indices [I>2sigma(I)] R1 = 0.0491, wR2 = 0.1559 

R indices (all data) R1 = 0.0662, wR2 = 0.1878 

Extinction coefficient n/a 

Largest diff. peak and hole 0.378 and -0.465 e.Å -3 


