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2. X-Ray Structure for compounds 10c/A and 10f/B 

 

The single crystal of compound 10c/A and 10f/B was prepared from its solution in 

petroleum ether/ethylacetate (5:1) by slow evaporation of the solvent. Crystal structure 

information has been deposited at the Cambridge Crystallographic Data Centre, CCDC: 

2433902, 2433903. 

 

a) X-ray data of Compound 10c/A: 
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Figure S1. Ball and stick representation of compound 10c/A (CCDC: 2433902) and 

thermal ellipsoids are drawn with 50% probability 

Crystal data and structure refinement for 10c/A:

Identification code 20240418_lx4_64_1 

Chemical formula C18H16ClNO 

Formula weight 297.77 g/mol 

Temperature 301(2) K 

Wavelength 1.54178 Å 

Crystal system monoclinic 

Space group P 1 21 1 

Unit cell dimensions a = 7.1512(4) Å α = 90° 

 b = 11.1221(6) Å β = 105.442(3)° 

 c = 9.7789(5) Å γ = 90° 

Volume 749.70(7) Å3  
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Z 2 

Density (calculated) 1.319 g/cm3 

Absorption coefficient 2.226 mm-1 

F(000) 312 

Diffractometer d8 venture 

Theta range for data collection 4.69 to 65.05° 

Index ranges -8<=h<=8, -13<=k<=9, -11<=l<=11 

Reflections collected 9245 

Independent reflections 2246 [R(int) = 0.0565] 

Coverage of independent reflections 99.7% 

Absorption correction Multi-Scan 

Structure solution technique direct methods 

Structure solution program SHELXT 2018/2 (Sheldrick, 2018) 

Refinement method Full-matrix least-squares on F2 

Refinement program SHELXL-2018/3 (Sheldrick, 2018) 

Function minimized Σw(Fo
2 - Fc

2)2 

Data / restraints / parameters 2246 / 1 / 190 

Goodness-of-fit on F2 1.054 

Final R indices 2023 data; I>2σ(I) 
R1 = 0.0403, 

wR2 = 0.1021 

 all data 
R1 = 0.0458, 

wR2 = 0.1062 

 

 

b) X-ray data of Compound 10f/B: 
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Figure S2. Ball and stick representation of compound 10f/B (CCDC: 2433903) and 

thermal ellipsoids are drawn with 50% probability 

Crystal data and structure refinement for 10f/B:

Identification code  20240224_LX3_151_2 

Chemical formula  C19H19NO2 

Formula weight  293.35 g/mol 

Temperature  293(2) K 

Wavelength  1.54184 Å 

Crystal size  0.200 x 0.200 x 0.150 mm 

Crystal system  Monoclinic 

Space group  P2(1)/c 

Unit cell dimensions  a = 21.821(9) Å α = 90° 

  b = 8.608(3) Å β = 95.229(17)° 

  c = 8.127(4) Å γ = 90° 
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Volume  1520.2(11) Å3  

Z  4 

Density (calculated)  1.282 g/cm3 

Absorption coefficient  0.658 mm-1 

F(000)  624 

Diffractometer  d8_venture 

Theta range for data 

collection 

 

4.069 to 65.397° 

Index ranges  -25<=h<=25, -10<=k<=10, -9<=l<=9 

Reflections collected  28991 

Independent reflections  2589 [R(int) = 0.1005] 

Coverage of independent 

reflections 

 

99.0% 

Absorption correction  Semi-empirical from equivalents 

Max. and min. 

transmission 

 

0.7526 and 0.6550 

Structure solution 

technique 

 

direct methods 

Structure solution 

program 

 

SHELXT 2018/2 (Sheldrick, 2018) 

Refinement method  Full-matrix least-squares on F2 

Refinement program  SHELXL-2018/3 (Sheldrick, 2018) 

Function minimized  Σ w(Fo
2 - Fc

2)2 

Data / restraints / 

parameters 

 

2589 / 0 / 200 

Goodness-of-fit on F2  0.952 
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Final R indices  1914 data; I>2σ(I) 
R1 = 0.0924, 

wR2 = 0.2725 

  all data 
R1 = 0.1160, 

wR2 = 0.2937 

 

 

 

3. NMR Spectra of New Compounds 
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