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Crystal Data and Structure Refinement

Figure S1. ORTEP diagram of dimethyl 3uʹ with 50% ellipsoid. (CCDC 1895630). H-Atoms 

are omitted for clarity.

Solvent and Method for Crystal Growth. (S)-3-(4-Fluorophenyl)-1,6-diphenyl-5,6-

dihydropyridazine-4,4(1H)-dicarboxylate 3uʹ was dissolved in isopropanol and left at room 

temperature for slow evaporation. After 3 days, needle shaped colorless crystal growth was 

observed. Single crystal X-ray data were collected on a Bruker SMART APEX II equipped 

with a CCD area detector using Mo/Kα radiation and the structure was solved by direct method 

using SHELXL-16.

Identification code 3u´
CCDC Number 1895630
Empirical formula C26H23FN2O4

Formula weight 446.46
Crystal habit, color Needle / colorless
Crystal size, mm3 0.29 x 0.24 x 0.18
Temperature, T/K 293 (2) 
Wavelength, λ/Å 0.71073 
Crystal system orthorhombic
Space group 'P 21 21 21'
Unit cell dimensions a = 10.2417(18)Å

b = 10.911(2)Å 
c = 20.105(3)Å
α = β = γ = 90.00°

Volume, V/Å3 2246.7(7)
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Z 4
Calculated density, Mg·m3 1.320  
Absorption coefficient, µ/mm1 0.095
F(000) 936
 range for data collection 2.03 to 25.991°
Limiting indices –12 ≤ h ≤ 12, –13 ≤ k ≤ 13, –24 ≤ l ≤ 24
Reflection collected / unique 4435/2505 [R(int)= 0.1715]
Completeness to  100 % ( = 25.991°)
Absorption correction none
Max. and min. transmission 0.983/0.973
Refinement method 'SHELXL-2014/7 (Sheldrick, 2014)'
Data / restraints / parameters 4435/0/ 302
Goodnessoffit on F2 0.999
Final R indices [I>2sigma(I)] R1 = 0.0608, wR2 = 0.1415
R indices (all data) R1 = 0.1253, wR2 = 0.1802

HPLC Chromatograms
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