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X

CHO 2- IV

COOH 2-  ( ) V

COO 2- - VI

NO 2- VII

NO2 2- VIII

OH 2- IX

OCH3 2-  ( - ) X

SH 2- XI

SCH3 2- XII

F 2- XIII

Cl 2- XIV

2-XC6H4NH2

Br 2- XV

CHO 2-  ( ) XVI

COOH 2-  ( ) XVII

COO 2- -  ( - ) XVIII

NO 2- XIX

NO2 2- XX

OH 1,2-  ( ) XXI

OCH3 2-  ( ) XXII

SH 2- XXIII

SCH3 2- XXIV

F 2- XXV

Cl 2- XXVI

2-XC6H4OH

Br 2- XXVII

CHO 2-  ( ) XXVIII

COOH 2-  ( ) XXIX

COO 2- -  ( - ) XXX

NO 2- XXXI

NO2 2- XXXII

OCH3 2- XXXIII

SH 1,2-  ( ) XXXIV

SCH3 2- XXXV

F 2- XXXVI

Cl 2- XXXVII

2-XC6H4SH

Br 2- XXXVIII

. 1.



. . , . .474

. 2. -

            

- , -

- ,

,

- .

- -

.

-

 — .

ab initio —  (HF) [ 14 ] -

 6-311G(d,p) [ 15, 16 ]  HyperChem (HyperChem (TM),

Hypercube, Inc., 1115 NW 4th Street, Gainesville, Florida 32601, USA) 

 ( —  [ 17 ] ).  (HF/6-311G(d,p))

,  8-

 [ 18 ]  8-  [ 19 ].

. 1.

I—XLI ,  ( -

- ) -

 [ 20 ].

. -

-

-

 ( . 2). ,

XLI,  3,608 D  3,71 D,

 25 C -

 [ 21 ].

,

: m = 38,  = b , b = 0,9111  0,0374, -

: r = 0,9601. -

,

, -

.

.

1.  2- VIII, 2- X, 2- XIV  2-

 ( ) XXII -

, . .

.  2-

XXIV,  0,043 (24,6 %)

.

2. I, II, IV—VII, XV—XXI, XXV—XXVII, XLI -

 ( . 3). 

, . 1, 

— .  2- XXV,

, -

 0,021 (6,84 %). 

I  (  0,088,  22,1 %) -

.
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. 3.  2-

XX:  — ,

                  — 

 2-

IV, 2- -

V, 2- -

VI, 2- VII  2-

XIX

 NH- ,  ( -

)  ( ) .

 2- XV  0,068 (11,7 %) -

 ( - ).  2- XXVI

 0,041 (83,7 %);  0,036 (13,9 %) -

 ( -

).  2- XXVII -

-  0,039

(433 %).

XVI—XVIII, XX ( . 3), XXXIX—XLI

, ,  ( ,

,  — ).

XVI

, . XVII

 C=O 

, . - XVIII

; -

-  OH-

 C,  COO–.  2- XX . 2 -

, -

. XXI

 0,060 (13,8 %).  8- XXXIX -

,  0,093 (24,0 %).

 8- XL -

 SH- . 3. XXXIX, XL

, ,

: B3LYP/6-31G(d,p), B3LYP/6-31+G(2d,2p),

B3LYP/6-311++G(d,p), MPW1K/6-31+G(2d,2p), MPW1K/6-311++G(d,p), MPW1K/6-311++G(2d,

3p)//MPW1K/6-311++G(d,p), BH&HLYP/6-311++G(d,p), G96LYP/6-311++G(d,p),

 (NBO) [ 18, 19 ]. -

.

3.  S—H III, XXIII, XXVIII—XXXII,

XXXVII, XXXVIII,

S—H  ( . 4).

 2- XXIII

O—H···S. , -

, -

 [ 22, 23 ]. -

, . , -

XXX

.  2- XXXII  SH-
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. 4.  2-

XXXII:  — 

            ,  — 

; ,

, -

 ( . . 4). , -

XXXII -

, -

. 2.

4.  2- XI, 2- XII, 2- XIII,

2- XIV, 1,2-  ( ) XXXIV, 2- -

XXXV, 2- XXXVI

. , -

 ( . )

- -

[ 24—29 ].

-

, -

.

. -

 [ 30—32 ]  [ 22, 23 ]. -

 — - -

.

 ( ) . -

, .

 —

,

, -

.

,

 ( -  — -

 [ 22, 23 ] ). 

.

, ,

, - , . -

,

.

, :
HF/6-311G(d, p) [ 24—29 ] - -

, Å

XI 2- S···H 2,62 2,631

XII 2- S···H 2,62 2,618

XIII 2- F···H 2,24 2,351

XIV 2- Cl···H 2,67 2,597

XXXIV 1,2-  ( ) S···H 2,62 2,509

XXXV 2- S···H 2,62 2,533

XXXVI 2- F···H 2,24 2,341
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