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This article presents the synthesis of new derivatives of acetonitrile, simulated 

the pharmacological activity of the derivatives obtained, and their acute toxicity is 
elucidated. 
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  1a 1b 1c 1d 1e 1f 

HIV attachment inhibitor 49,2 48,9 48,0 46,9 48,2 51,3 
Alopecia treatment 49,6 52,2 44,9 46,6 46,6 53,8 
Gluconate 2-dehydrogenase (acceptor) inhibitor - 87,9 46,7 62,3 58,7 - 
HIF1A expression inhibitor - - - - 85,3 - 
3-Methyl-2-oxobutanoate 
hydroxymethyltransferase inhibitor - - - - 71,6 - 

      -
   Prediction of Activity spectra for Substan-ces. ,  -

     HIV attachment inhibitor, lopecia 
treatment, gluconate 2-dehydrogenase (acceptor) inhibitor, HIF1A expression inhibitor, 
3-methyl-2-oxobutanoate hydroxymethyltrans-ferase inhibitor. 
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Rat IP 

LD50, mg/kg 
Rat IV 

LD50, mg/kg 
Rat Oral 

LD50, mg/kg 
Rat SC 

LD50, mg/kg 
Classification Classification Classification Classification 

1a 
63,860 92,060 171,500 112,300 
Class 3 Class 4 Class 3 Class 3 

1b 63,610 72,440 197,000 152,800 
Class 3 Class 4 Class 3 Class 4 

1c 199,300 122,100 186,200 199,400 
Class 4 Class 4 Class 3 Class 4 

1d 124,000 56,410 268,300 220,100 
Class 4 Class 4 Class 3 Class 4 

1e 124,000 56,410 268,300 220,100 
Class 4 Class 4 Class 3 Class 4 

1f 189,100 22,730 202,700 121,600 
Class 4 Class 3 Class 3 Class 3 

1 R 1 R 
a H d Et 
b CH3 e i – Pr 
c CF3 f C6H5CH2 
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,    ,     , -
  3-4  .     -

      63,61  199,300 / ,  -
    22,73 – 122,10 / ,     

  186,20 – 268,3 /     —  152,80  220,10 / . 
    ACDLABS    -

  .   ( . 3) ,   
            

   . 
 3 

      
 LogP LogBCF 

1a 0,35±0,66 0,0±1,0 
1b 0,72±0,64 0,3±1,0 
1c 3,20±1,13 1,1±1,0 
1d 0,88±0,66 0,4±1,0 
1e 1,23±0,66 0,6±1,0 
1f 1,89±0,71 0,8±1,0 

 ,         
5,6,7,8- [1,2,4] [4,3- ] -3-     -
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  5,6,7,8- [1,2,4] [4,3- ] -3-   
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