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 (ZPVE)  (298,15 K, 1 ) -

. 127I -

-

 [ 11 ].

. . 1 

 (d) X—I  23 . , -

 B3LYP/dgdzvp ( )  B3LYP/6-311G(d) ( ),

[ 12, 13 ] , — — -

 (  (1)  (2)).

d( .) = –0,16 + 1,05d( .)     (r = 0,995;  s = 0,03;  n = 23) ( ),         (1)

d( .) = –0,25 + 1,10d( .)     (r = 0,991;  s = 0,04;  n = 23) ( ).         (2)

 (  1).

. 2  [ 14—17 ] -

 ( ) — —  23 -

.  (3)  (4) , -

:

( .) = 5,94 + 1,00 ( .)     (r = 0,996; s = 37;  n = 27) ( ),        (3)

( .) = 1,9 + 1,004 ( .)     (r = 0,996; s = 38;  n = 27) ( ).        (4)

 (e2Qqzz) . ,

[ 18 ] , -

. , -

, , -

 [ 19, 20 ].

 15 ; -

 [ 21—24 ] . 3. -

 (5) , ,

:

e2Qq( .) = 1599 + 1,55e2Qq( .)     (r = 0,992;  s = 75;  n = 17).       (5)

 1

X—I

 X—I, Å  X—I, Å

. .

  1 I2 2,667 2,744 2,721 13 CF3I 2,120 2,180 2,175

  2 HI 1,609 1,643 1,629 14 C3H7I 2,207 2,233 2,224

  3 IF 1,910 1,982 1,971 15 C2H3I 2,092 2,124 2,115

  4 ICl 2,321 2,400 2,385 16 (E)—C2H2I2 2,030 2,124 2,116

  5 IBr 2,470 2,538 2,525 17 CH2=CHCH2I 2,180 2,228 2,220

  6 PI3 2,520 2,525 2,508 18 C2HI 1,990 2,014 2,000

  7 SiH3I 2,450 2,491 2,474 19 CH3COI 2,210 2,253 2,262

  8 SiI4 2,430 2,487 2,470 20 C6H5I 2,080 2,132 2,128

  9 CH3I 2,139 2,180 2,170 21 1,2-I2C6H4 2,000 2,131 2,125

10 CH2I2 2,120 2,172 2,161 22 1,3,5-I3C6H3 2,050 2,129 2,123

11 CHI3 2,120 2,182 2,171 23 KI 3,23 3,180 3,073

12 CI4 2,150 2,208 2,195
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 2

X—I

 X—I

, –1
 X—I

, –1

. .

1 I2 215 209 209 13 CH3COI 490 398 401

2 HI 2309 2262 2258 14 C6H11I 655 651 654

3 IF 610 593 587 15 C3H5I 490 483 486

4 ICl 384 368 363 16 C6H5—I 612 663 665

5 IBr 268 258 257 17 C6H5—CH2I 534 536 541

6 CH3I 534 522 516 18 I—C6H4—CH3 ( ) 476 580 580

7 CH2I2 489 479 477 19 I—C6H4—CH3 ( ) 646 655 660

8 CHI3 443 424 429 20 I2 NMe3 205; 145 173;115 188; 113

9 CI4 463 530 539 21 ICl Py 274; 147 307;114 303; 125

10 ICH2CH2I 502 487 489 22 IBr Py 205; 134 218;101 217; 111

11 n-C3H7I 506 494 497 23 I2 Py 184; 118 177; 87 177; 96

12 i-C3H7I 490 480 483

,

.

. 4 

 ( H) -

 [ 17 ]. H -

 (6)  (7), , -

 ( . , ):

H( .) = –1,34 + 0,95 H( .)     (r = 0,993;  s = 1,9;  n = 14) ( ), (6)

H( .) = –0,73 + 0,93 H( .)     (r = 0,990;  s = 2,2;  n = 14) ( ). (7)

,  ( ) -

 ( ) -

,

 X—I. , , .

, ,

 40 % .

 3
127I ,

e2Qqzz ( .), e2Qqzz ( .), e2Qqzz ( .), e2Qqzz ( .),

1 ICl Ar –2900 –2958   9 I2 Py –2634; –1370 –2634; –1926

2 ICl CO –2954 –2938 10 ICl HCN –3031 –3044

3 ICl NH3 –3073 –2980 11 ICl H2O –3032 –3022

4 ICl Py –3095 –3003 12 ICl H2S –2900 –2890

5 IBr –2731 –2783 13 ICl C2H2 –2959 –2925

6 IBr Py –2971 –2872 14 ICl C2H4 –2969 –2867

7 I2 –2157 –2475 15 I2 NMe3 –2414; –1261 –2552; –1854

8 ICl –2928 –2953
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 B3LYP/dgdzvp  ( )

                                                  ( )

 4

, /

.

  1 CH4 + I2  CH3I + HI +12,08 +14,20 +12,51

  2 H2 + 2CH3I  2CH4 + I2 –30,00 –29,31 –33,54

  3 CH2=CH2 + I2  CH2I—CH2I –12,45 –10,70 –10,86

  4 (E)—ICH=CHI  C2H2 +I2 +19,90 +22,19 +20,52

  5   +7,80   +9,34   +8,02

  6   +7,80 +12,28 +13,42

  7   –3,00   –4,42   –2,11

  8 I2 + CClF3  CF3I + ICl +17,27 +19,41 +18,79

  9 CH2BrCF3 + I2  CH2ICF3 + IBr   +6,60   +7,23   +7,39

10 CF2=CF2 + I2  CF2ICF2I –16,60 –12,51 –12,30

11 CH3SH + I2  HI + CH3SI   +2,88   +6,45   +5,09

12 I2 + CBrF3  CF3I + IBr   +9,55   +9,47   +9,49

13 CH3COH + I2  HI + CH3COI   +0,70   +1,49   –1,22

14 H2 + 2C2H5I  2C2H6 + I2 –21,20 –23,91 –22,76

 ( ).

-  ( ).

 ( ).
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