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SUPPLEMENTARY DATA 

 

NMR spectra 

 

 

 

Figure S1. 1-Butyl-6-methyl-uracil 80 mg in CDCl3, 1H. 
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Figure S2. 1-Butyl-6-methyl-uracil 80 mg in CDCl3, 1H. 
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Figure S3. BU−025 80 mg in CDCl3, 13C{1H} DEPT-90; BU−025 80 mg in CDCl3, 13C{1H} DEPT-135; 1-
butyl-6-methyluracil (BU−025) 80 mg in CDCl3, 13C{1H} COM. 
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Figure S4. 1-Buthyl-6-methyluracil 80 mg in CDCl3; 1H−13C HMBC. 
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Figure S5. 1-Butyl-6-methyluracil 80 mg in CDCl3, 1H−13C HSQC. 
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Figure S6. 3-Bythyl-6-methyluracil, 50 mg in CDCl3; 1H. 

 

 

Figure S7. 3-Butyl-6-methyluracil 50 mg in CDCl3; 1H. 
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Figure S8. 3-Methyl-6-methyluracil 50 mg in CDCl3; 13C{1H} DEPT 90; 3-Methyl-6-methyluracil 50 mg 
in CDCl3; 13C{1H} DEPT 135; 3-Methyl-6-methyluracil 50 mg in CDCl3; 13C{1H} COM. 
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Figure S9. 3-Butyl-6-methyluracil 50 mg in CDCl3; 1H−1H COSY. 
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Figure S10. 3-Butyl-6-methylutacil 50 mg in CDCl3; 1H−13C HMBC. 
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Figure S11.  3-Butyl-6-methyluracil 50 mg in CDCl3, 1H−13C HSQCED. 
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Figure S12. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H. 
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Figure S13. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H. 
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Figure S14. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H. 
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Figure S15. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H−1H COSY. 
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Figure S16. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 13C{1H} DEPT 90; 13C{1H} DEPT 135; 13C{1H} COM. 
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Figure S17. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H−13C HMBC. 
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Figure S18. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H−13C HSQCED. 
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Figure S19.  6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H. 

 

 

 

Figure S20. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H. 
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Figure S21. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H. 
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Figure S22.  6-Ethyluracil 80 mg in DMSO-d6, TMS, 13C{1H} DEPT-90; 13C{1H} DEPT-135; 13C{1H} COM. 
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Figure S23. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H−13C HMBC. 
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Figure S24. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H−15N HMBC. 
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Figure S25.  6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H−15N HSQC. 

 

 

 

Figure S26. 6-Isopropyl-2-thiouracil 100 mg in DMSO-d6, TMS, 1H. 

http://jppres.com/jppres
http://jppres.com/jppres


 

 

© 2021 Journal of Pharmacy & Pharmacognosy Research, 9 (3), 357-365, 2021 
ISSN 0719-4250 

http://jppres.com/jppres  
 

 

Original Article 
 

 

http://jppres.com/jppres  J Pharm Pharmacogn Res (2021) 9(3): S24 

 

 

 

 

Figure S27. EU−005 100 mg in DMSO, TMS 13C{1H} DEPT 90; 13C{1H} DEPT 135; 13C{1H} COM. 
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Figure S28. EU−005 100 mg in DMSO, TMS 1H−1H COSY. 
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Figure S29. 6-Isopropyl-2-thiouracil 100 mg in DMSO-d6, TMS, 1H−13C HMBC. 
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Figure S30. 6-Isopropyl-2-tiouracil 100 mg in DMSO-d6, TMS, 1H−15N HMBC. 
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Figure S31. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6, 1H. 
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Figure S32. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6, 13C{1H} DEPT-90; 13C{1H} DEPT-135; 
13C{1H} COM. 
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Figure S33. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 1H-13C HMBC. 
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Figure S34. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 1H-13C HSQC. 

 

 

 

http://jppres.com/jppres
http://jppres.com/jppres


 

 

© 2021 Journal of Pharmacy & Pharmacognosy Research, 9 (3), 357-365, 2021 
ISSN 0719-4250 

http://jppres.com/jppres  
 

 

Original Article 
 

 

http://jppres.com/jppres  J Pharm Pharmacogn Res (2021) 9(3): S32 

 

 

Figure S35. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 1H-15N HMBC. 
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Figure S36. X-Ray of 3-butyl-6-methyluracil. 
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Table S1. Crystal data and structure refinement for 3-butyl-6-methyluracil. 
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Table S2. Atomic coordinates (× 104) and equivalent isotropic displacement parameters (Е2 × 103) for 
3-butyl-6-methyluracil. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 
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Table S3. Bond lengths [Е] and angles [°] for 3-butyl-6-methyluracil. 

  

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z 
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Table S3. Bond lengths [Е] and angles [°] for 3-butyl-6-methyluracil (continued...) 

 

 

 

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z 
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Table S4. Anisotropic displacement parameters (Е2 × 103) for 3-butyl-6-methyluracil.  

 
The anisotropic displacement factor exponent takes the form: -2π2[ h2 a*2U11 + ... + 2 h k a* b* U12]. 
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Table S5. Hydrogen coordinates (× 104) and isotropic displacement parameters 
(Е2 × 103) for 3-butyl-6-methyluracil. 
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Table S6. Torsion angles [°] for 3-butyl-6-methyluracil. 

 

 

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z 
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Table S7. Hydrogen bonds for 3-butyl-6-methyluracil [Е and °]. 

 
Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z 
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