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Construction of a spiro[pyrazolone-4,2'pyridoindole] scaffold through 

a [3+3] cycloaddition of 2-indolylmethanol with 

4-aminopyrazolone-derived azomethine ylide. 
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Copies of 
1
H-NMR and 

13
C-NMR spectra of compounds 4a-z, and 5. 
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Crystal data for 4a 

 

Single crystal xray structure for compound 4a 

Empirical formula:  C43 H32 N4 O 

Formula weight:    622.74 

Temperature (K):   220 

Crystal system:     Orthorhombic 

Space group:      Pbca 

Hall group:        -P 2ac 2ab 

a (Å  )     18.8089(13) 

b (Å  )        17.8043(12) 

c (Å  )     21.9597(15) 

α(°)     90.00 

β(°)     90.00 

γ(°)      90.00 
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Volume (Å  3) = 7353.8 (9) 

Z = 8 

D calcd (g cm
-3

 ) =  1.125  

μ(mm
-1

) = 0.068 

F (000) = 2624.0 

Crystal size/mm
3
) = 0.26 × 0.24 × 0.22 

Theta range for data collection = 4.296 to 55.08 

Index ranges = -24 ≤ h ≤ 24, -23 ≤ k ≤ 23, -28 ≤ l ≤ 28 

Reflections collected = 148677 

Independent reflection = 8472 

Data/restraints/parameters = 8472/0/441 

GOF (on F2) = 1.069 

Final R indexes [I>=2σ (I)] R1 = 0.0547, wR2 = 0.1451 

Final R indexes [all data] R1 = 0.0889, wR2 = 0.1645 

Largest diff. peak and hole (e Å  0.25/-0.24 

 

 


