
2007.  48,  6  – . 1128 – 1132

 539.184:544.18

K-  Ni(EtOCS2)2

 2007   . .
1*, . .

1
, . .

2, 3
, . .

2, 3
,

. .
2
, . .

1

1 , - -
2 . . . ,
3

 5  2007 .

 (XANES — X-ray absorption near edge)

K-  Ni(EtOCS2)2.

XANES K- -

, muffin-tin
, . -muffin-tin -

 Ni K-XANES-  Ni(EtOCS2)2: ,

-

 ( muffin-tin ).

:  Ni(EtOCS2)2, XANES, muffin-tin .

-

 —  [ 1, 2 ],

. -

-

-

 (XANES  EXAFS — extended X-ray absorption fine structure) [ 3—5 ] -

, , ,

. .

 XANES  ( ) [ 6, 7 ]

 Ni(EtOCS2)2.

 3d- ,

,  [ 8 ]. -

,

 [ 9 ]. -

 XANES-

, -muffin-tin  [ 5 ].

 Ni K-XANES-  Ni(EtOCS2)2 -

 ( ) -3 . . .

                                                          

* E-mail: soldatov@rsu.ru



 Ni(EtOCS2)2 1129

. 1.  Ni(EtOCS2)2

.

:  2 ,  100—150 .
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 He/Ar . -

 (  (111)).

 XANES K- -

 Ni(EtOCS2)2 :

 (  FEFF8.2

[ 10, 11 ]  FDMNES [ 12 ] )  (

FDMNES).  FDMNES 

 ( muffin-tin  [ 13 ] ). 

, -muffin-tin

 XANES  [ 14 ], 

 Ni(EtOCS2)2.

 Ni(EtOCS2)2  23 . . 1. 

 FEFF8.2  XANES- ,  23 ,

. . ,  Ni(EtOCS2)2.

, , . , -

 (FDM)  XANES 

,

(FMS), ,  XANES -

,

K-  FDM (

FDMNES) ,  15  (

 15 , ).

 FMS  FDMNES 

 15- .

Ni(EtOCS2)2

x y z x y z

Ni 0,00000 0,00000 0,00000 H –1,55185 –3,48558 2,85217

S –0,80999 0,15992 –2,05607 C 0,64951 3,71569 –3,05485

S 0,80999 –0,15992 2,05607 C –0,64951 –3,71569 3,05485

S –0,82286 –1,9653 0,6164 C –0,43679 –4,37923 4,35243

S 0,82286 1,9653 –0,6164 C 0,43679 4,37923 –4,35243

C 0,00379 1,64619 –2,05607 H 0,47918 –4,52612 4,56138

C –0,00379 –1,64619 2,05607 H –0,47918 4,52612 –4,56138

O –0,02422 2,40959 –3,11962 H –0,83346 –3,87777 5,1151

O 0,02422 –2,40959 3,11962 H 0,83346 3,87777 –5,1151

H 0,25057 4,14333 –2,17726 H 0,86071 5,14624 –4,42974

H –0,25057 –4,14333 2,17726 H –0,86071 –5,14624 4,42974

H 1,55185 3,48558 –2,85217
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