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13C{1H} NMR spectrum of 13 (100 MHz, DMSO-d6) 



S35 

 

 

 

1H NMR spectrum of 14 (400 MHz, DMSO-d6) 
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13C{1H} NMR spectrum of 15 (100 MHz, DMSO-d6) 
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Figure S1. Thermal ellipsoid plot for 7a with 50 % probability 

The crystal 7a for X-ray crystallographic analysis was obtained via dissolution of the compound in a mixed solvent 
(THF/EtOH, 1:1) and slow evaporation of the solvent at room temperature. 
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Table S1. Crystal data for 2-(1-(2-Oxo-2-phenylethyl)-1H-pyrrol-2-yl)-2,3-
dihydroquinazolin-4(1H)-one 7a. 

Identification code 
2-(1-(2-Oxo-2-phenylethyl)-1H-pyrrol-2-yl)-2,3-
dihydroquinazolin-4(1H)-one 7a 

Chemical formula C20H17N3O2 
Formula weight 331.36 g/mol 
Temperature/K 296(2) K 
Wavelength 0.71073 Å 
Crystal size 0.200 × 0.500 × 0.800 mm 
Crystal habit Clear white Block 
Crystal system triclinic 
Space group P-1 
Unit cell dimensions a = 7.809(3) Å       α = 99.417(4) 
 b = 9.962(4) Å       β = 109.569(4) 
 c = 11.501(4) Å      γ = 95.765(4) 
Volume 820.0(5) Å3 
Z 2 
Density (calculated) 1.342 g/cm3 
Absorption coefficient 0.089 mm-1 
F(000) 348 
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Figure S2. Thermal ellipsoid plot for 8a with 50 % probability 

The crystal 8a for X-ray crystallographic analysis was obtained via dissolution of the compound in a mixed solvent 
(acetone/EtOH, 1:1) and slow evaporation of the solvent at room temperature. 
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Table S2. Crystal data for 11-Phenyl-3b,4-dihydro-5H-pyrrolo[2',1':3,4]pyrazino[1,2-
a]quinazolin-5-one 8a. 

Identification code 
11-Phenyl-3b,4-dihydro-5H-
pyrrolo[2',1':3,4]pyrazino[1,2-a]quinazolin-5-one 8a 

Chemical formula C20H15N3O 
Formula weight 313.35 g/mol 
Temperature/K 296(2) K 
Wavelength 0.71073 Å 
Crystal size 0.220 × 0.300 × 0.380 mm 
Crystal habit Clear yellow Block 
Crystal system triclinic 
Space group P-1 
Unit cell dimensions a = 8.3010(5) Å       α = 68.139(2) 
 b = 9.0115(5) Å       β = 81.424(2) 
 c = 11.8908(6) Å      γ = 86.433(2) 
Volume 816.27(8) Å3 
Z 2 
Density (calculated) 1.275 g/cm3 
Absorption coefficient 0.081 mm-1 
F(000) 328 

 


