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S1. Theoretical Calculations 

 

 
Figure S1. UV-Vis absorption of derivatives 1 computed at the M06-2X/6-311+G(2d,p) level. Solvent 

effects were estimated using the polarizable continuum model (PCM) within the self-consistent re- 

action field (SCRF) approach using chloroform (ε = 4.7113) as solvent. 

 

Table S1. Photophysical properties of 1a-c computed at the M06-2X/6-311+G(2d,p) level. 
 

Compound λabs f Description 

1a 
  357  2.01  H→L (94%)  

313 0.68 H-1→L (87%) 

1b 
  371  2.01  H→L (88%)  

313 0.64 H-4→L (49%), H-1→L (38%) 

1c 
  409  2.60  H→L (90%)  

332 0.57 H-1→L (46%), H-3→L (21%) 

 

S2. X-Ray Diffraction 
 

Table S2. Crystal data and structure refinement for 1b. 
 

Empirical formula C19.5H15.5F3N1.5O3 

Formula weight 375.83 

Temperature/K 293(2) 

Crystal system Triclinic 

Space group Pī 

a/Å  10.77(2) 

b/Å  12.65(3) 

c/Å  14.33(3) 

α/° 66.97(3) 

β/° 83.86(3) 

γ/° 77.09(3) 

Volume/Å 3 1750(7) 

Z 4 

ρcalc g/cm3 1.426 

μ/mm-1 0.118 

F(000) 776.0 



 

 
 

Crystal size/mm3 0.10 × 0.09 × 0.04 

Radiation MoKα (λ = 0.71073) 

2Θ range for data collection/° 4.724 to 49.996 

Index ranges -12 ≤ h ≤ 12, -15 ≤ k ≤ 15, -16 ≤ l ≤ 17 

Reflections collected 10758 

Independent reflections 5987 [Rint = 0.1755, Rsigma = 0.3271] 

Data/restraints/parameters 5987/96/550 

Goodness-of-fit on F2 0.953 

Final R indexes [I≥2σ (I)] R1 = 0.1204, wR2 = 0.2337 

Largest diff. peak/hole / e Å -3 0.46/-0.39 

 

 

Figure S2. View of packing for compound 1b showing hydrogen bonding (red lines) and CH…π 

(blue lines) interactions. 
 

Figure S3. View of π…π and C-H…π interactions along a axis for compound 1b. 


