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,  -
 1,2,4- , 

,  8 .
.   LC MS: Agilent 1260 Infinity

HPLC System ( , , ; 
 Agilent 6120  (ESI); 

 OpenLAB CDS. 
.  (1’) 

 « ». , 

, 
, , :

-2-  (2’), 2-  (3’), 2-
 (4’), 2- -N-(2- -1-

  (5’), 2-( -2- )-N- -1-  (6’),
2-(2- )-N- -1-  (7’), N- -2-(2-

-1-  (8’), 2-(2- -1-
 (9’).

  ,  Merck KGaA (Darmstadt, Germany),
 (100 %), Merck KGaA (Darmstadt, Germany). 

 (18 M  25 °C) 
 Direct Q 3UV  Millipore (Molsheim, France).

 1  1  50% .
.   ACDLabs 6.0.

: 1) , 
: A - H2O(HCOOH 0.1 %) 

:  B - CH3CN(HCOOH  0.1 %) –  3  100% B ; 2)
 Zorbax SB-C18, 30  x 4.6 , 1.8 ; 3) : 40

oC 2)  0,4 ; 3) :  (API-
ES); 4) SIM , 

. 1); 5) ; 6)  ( ) -10 /
; 7)  4000 . 

 ( . 1).
.

 k’ -
 ( . 1-

4). ,  (1’-4’)
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 1
 ( - 

, U – , P – )
- SIM,

m/z

T U P
1’ 138 100 133 60

2’ 127 197 0 60

3’ 160 100 0 60

4’ 167 100 0 53

5’ 303 138 134 55

6’ 262 100 106 53

7’ 295 100 129 49

8’ 233 100 101 49

9’ 226 105 0 39

 ( ),  (
80% )  (

). 

).
. 7  8 

  .

.1.   (k’)   (1’-4’)  
-

 254 
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.2.  (k’) 
(1’-4’) 

SIM

.3.  (k’)  (5’-
9’) 

 254 



325

.4.  (k’)  (5’-
9’) 

SIM

.5.  (lgk’)  (1’-4’)
-

SIM
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.6.  (lgk’)
 (5’-9’) 

SIM
 ACDLabs 6  LogP

(1). -
.  

 LogP.  1  2, 5  8. , 
 pH ,

.
 pH 

 LogD (2). , ,  LogP

, .  
 ( ), 

.  0,1%  pH=1/2pKa-1/
2lgCa = *3,75-1/2*lg0,0265=2,66H”2,7 ( , 

).  (
)  LogD ( .7).

 lgk’  logD .
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 2
 LogP, LogD  k’  15% CH3CN ( -

)
LogP LogD

 2,7

k’, 15%CH3CN,

1’ -0.89+/- 0.24 -2,12 0,257071

2’ -0.96+/- 0.26 -1,36 0,462121

3’ -1.71+/- 0.40 -4,66 0,158586

4’ 0.25+/- 0.25 -0,2 1,80101

5’ 1.27+/- 0.60 0,61 5,181818

6’ 1.43+/- 0.61 1,43 8,641414

7’ 0.81+/- 0.64 -1,75 0,999495

8’ -0.94+/- 0.64 -3,54 0,264141

9’ 0.28+/- 0.60 0,27 2,993434

. 7.  k’ (  15% CH3CN)  LogD
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. 8  (15% CH3CN)  LogD

1.  k’ 
,

 1,2,4- .
2.

),  (  80% ) 
. 

.
3.  logP, LogD 

 15% .
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.  Zorbax SB-C18, 30  x 4.6 ,
1.8 .     k ‘

.
 logP, LogD 

 15% .
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Summary. The purpose was to study the retention characteristics  of certain
substanses, intermediates in the synthesis of 1,2,4-triazoltioacetate salts by HPLC-UV-
ESI-MS. Column Zorbax SB-C18, 30 mm x 4.6 mm, 1.8 um. The dependence of the
capacity factor k’ on the content of acetonitrile for carboxylic acids hydrazides  and
hydrazinocarbothioamides. The relation between logP, LogD coefficients and capacity
factors of the test compounds at 15% content of acetonitrile.

Keywords: retaining properties, carboxylic acid hydrazides,
hydrazinocarbothioamides, HPLC-UV-ESI-MS.




