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1. 1H NMR spectrum of 5
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2. 13C NMR spectrum of 5
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3. M.S spectrum of 5
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4. FT-IR spectrum of 5
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5. X-Ray crystal data for 5 

(C36 H49 N1O4), M = 559.76, Monoclinic, a = 14.9211(6) Å, b = 9.5163(2) Å, c = 23.0981(9) 

Å, α = 90.00 °, β = 99.446(3) °, γ = 90.00 °, V = 3235.31(19) Å3 ,T = 120(2) K, Space group 

P21/c, Z = 4, 18503 reflections measured, 7019 independent reflections (Rint = 0.0464). The 

final R1 values were 0.0674 (I > 2σ(I)).The final wR(F2) values were 0.1554 (I > 2σ(I)).The 

final R1 values were 0.0843 (all data).The final wR(F2) values were 0.1631 (all data). 

Absorption coefficient was 0.073 μ/mm, Radiation type was MoK\α, Goodness of fit on F2 

was 1.190. CCDC number CCDC 992193. 

Compound reference d:\determination\solution\c424\khc424
Chemical formula C36 H49 N1O4
Formula Mass 559.76
Crystal system Monoclinic
a/Å 14.9211(6)
b/Å 9.5163(2)
c/Å 23.0981(9)
α/° 90.00
β/° 99.446(3)
γ/° 90.00
Unit cell volume/Å3 3235.31(19)
Temperature/K 120(2)
Space group P21/c
No. of formula units per unit cell, Z 4
Radiation type MoKα
Absorption coefficient, μ/mm-1 0.073 
No. of reflections measured 18503
No. of independent reflections 7019
Rint 0.0464
Final R1 values (I > 2σ(I)) 0.0674
Final wR(F2) values (I > 2σ(I)) 0.1554
Final R1values (all data) 0.0843
Final wR(F2) values (all data) 0.1631
Goodness of fit on F2 1.190
CCDC 992193


