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 CdPhen( -C4H9OCS2)2  CdPhen( -C4H9OCS2)2
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. . . , .

 11  2006 .

 CdPhen(i-BuOCS2)2 (I)  CdPhen(n-BuOCS2)2

(II).  (  X8 APEX, MoK - -

, 1641  2497 Fhkl, R = 0,0359  0,0389) . -

 I : a =

= 6,5883(3), b = 19,7123(10), c = 20,1936(11) Å, V = 2622,6(2) Å3; Z = 4, 

Pbcn,  II — : a = 6,5845(2),

b = 19,1522(6), c = 20,7091(7) Å,  = 97,106(1), V = 2591,5(1) Å3, Z = 4, 

2/c. , -

 Cd —  N2S4.

.

: , , Cd(II), -

, 1,10- , .

 Cd(II) -  (ROCS2 ),

 Cd(II) -

 CdS [ 1—3 ]. -

 2,2 -  1,10-  (Phen). 

 CdPhen(EtOCS2)2 [ 4 ]  CdPhen(i-

PrOCS2)2 [ 5 ].

 —  CdPhen(i-BuOCS2)2  CdPhen(n-

BuOCS2)2, ,

.

 CdCl2 2,5H2O, , CH2Cl2 . . . , i-BuOCS2K,

n-BuOCS2K, 1,10- ·H2O — . .

 CdPhen(i-BuOCS2)2 (I).  1,88  (10 ) i-BuOCS2K  20 -

,  1,14 

(5 ) CdCl2 2,5H2O  5  1,0  (5 ) Phen H2O  10 . -

 30 ,  2 .

, , , -

.  2,8  (95 %).  50  CH2Cl2,

 2  10 . -

, ,  NaOH. 

1,2  (40 %). T  180 C. , %: C 43,8, H 4,8, N 4,0, S 21,8, Cd 19,1.  C22H26N2O2S4Cd

, %: C 44,6, H 4,4, N 4,7, S 21,7, Cd 19,0.
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,
CdPhen(i-BuOCS2)2 (I)  CdPhen(n-BuOCS2)2 (II)

I II

C22H26CdN2O2S4 C22H26CdN2O2S4

591,09 591,09

, K 293(2) 293(2)

X8 APEX X8 APEX

, Å 0,71073 0,71073

-  0,5 -  0,5

. bcn 2/c

. , Å a = 6,5883(3), b = 19,7123(10),

c = 20,1936(11)

a = 6,5845(2), b = 19,1522(6),

c = 20,7091(7),  = 97,106(1)

, Å3 2622,6(2) 2591,5(1)

Z; d , / 3 4;  1,497 4;  1,515

. ., –1 11,72 11,86

F (000) 1200 1200

, 0,65 0,06 0,05 0,50 0,20 0,16

, . 2,02—25,00 2,35—27,00

Nhkl . / Nhkl . 13241 / 2312   [R(int) = 0,0284] 9080 / 2786   [R(int) = 0,0153]

. F 2 . F 2

Nhkl / Npar 2312 / 150 2786 / 146

GOOF F 2 1,098 1,076

R- , I > 2 (I ) R1 = 0,0359;  wR2 = 0,0989

Nhkl = 1641

R1 = 0,0389;  wR2 = 0,1069

Nhkl = 2497

R-  ( Ihkl) R1 = 0,0581;  wR2 = 0,1096 R1 = 0,0435;   wR2 = 0,1104

 CdPhen(n-BuOCS2)2 (II) , I.  2,7  (91 %).

 1,7  (57 %), T  115 C. , %: C 43,3, H 4,5, N 4,1, S 21,8, Cd

18,9.  C22H26N2O2S4Cd , %: C 44,6, H 4,4, N 4,7, S 21,7, Cd 19,0.

 C, H, N, S 

. . . .  Cd 

.

-

 I  II  CH2Cl2:  (1:1).

.

. 1. -

Pbcn (I)

C2/c (II). 

 SHELX-97 [ 6 ].

 H -

. -

. 2  4, -

 — . 3  5.  H -

, .
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( 104) (Å2  103)

I

x y z U x y z U

Cd(1)     5000 1810(1)  7500   70(1) C(5)   2157(16) 4254(3) 5275(6) 210(5)

S(1)   6103(2) 2556(1) 6482(1)   74(1) N(1f) 6672(5) 813(2) 7105(2)   69(1)

S(2)   1778(2) 2193(1) 6727(1)   79(1) C(1f) 8304(8) 807(2) 6741(3)   90(1)

C(1)   3610(6) 2602(2) 6302(2)   64(1) C(2f) 9328(8) 214(3) 6538(3) 101(2)

O(1)   3179(5) 2986(2) 5778(2)   92(1) C(3f) 8523(8) –391(2) 6734(3)   94(2)

C(2)   1093(8) 3088(3) 5574(3) 109(2) C(4f) 6793(7) –413(2) 7109(2)   71(1)

C(3)     933(11) 3672(3) 5153(4) 148(3) C(5f) 5899(6) 209(2) 7297(2)   60(1)

C(4) –1255(12) 3785(4) 4958(4) 154(3) C(6f) 5847(9) –1037(2) 7318(3)   90(2)

 3

 d, Å , . I

d d d

Cd(1)—N(1f) 2,390(3) O(1)—C(2) 1,449(6) C(1f)—C(2f) 1,410(7)

Cd(1)—S(1) 2,630(1) C(2)—C(3) 1,435(6) C(2f)—C(3f) 1,364(7)

Cd(1)—S(2) 2,741(1) C(3)—C(5) 1,424(6) C(3f)—C(4f) 1,369(6)

S(1)—C(1) 1,685(4) C(3)—C(4) 1,511(9) C(4f)—C(5f) 1,413(5)

S(2)—C(1) 1,686(4) N(1f)—C(1f) 1,302(6) C(4f)—C(6f) 1,441(6)

C(1)—O(1) 1,333(5) N(1f)—C(5f) 1,352(5) C(5f)—C(5f) 1,440(8)

C(6f)—C(6f) 1,337(10)

N(1f)—Cd(1)—N(1f) 69,4(2) S(1)—Cd(1)—S(2) 67,35(3) S(2)—C(1)—S(1) 124,2(2)

N(1f)—Cd(1)—S(1) 94,07(8) S(1)—Cd(1)—S(2) 94,46(4) C(1)—S(2)—Cd(1)   82,4(1)

N(1f)—Cd(1)—S(1) 147,99(9) S(2) —Cd(1)—S(2) 148,07(5) C(1)—O(1)—C(2) 120,4(3)

S(1) —Cd(1)—S(1) 112,05(5) C(1)—S(1)—Cd(1) 85,9(1) C(3)—C(2)—O(1) 110,4(4)

N(1f)—Cd(1)—S(2) 113,13(9) O(1)—C(1)—S(2) 121,6(3) C(5)—C(3)—C(2) 120,2(6)

N(1f)—Cd(1)—S(2) 93,41(8) O(1)—C(1)—S(1) 114,1(3) C(2)—C(3)—C(4) 110,1(6)

 4

( 104) (Å2  103)

II

x y z U x y z U

Cd(1) 10000 698(1)   7500 60(1) C(5) 4229(15) –1759(5) 9579(5) 217(6)

S(1) 11702(2) –179(1)   8402(1) 76(1) N(1f) 8148(4) 1713(1) 7133(1) 57(1)

S(2)   7663(2) 487(1)   8465(1) 79(1) C(1f) 6316(5) 1709(2) 6784(2) 75(1)

C(1)   9525(6) –79(2)   8742(2) 64(1) C(2f) 5244(7) 2318(3) 6609(2) 91(1)

O(1)   9323(5) –502(2)   9239(2) 86(1) C(3f) 6076(7) 2943(3) 6781(2) 88(1)

C(2)   7488(10) –477(4)   9565(3) 121(2) C(4f) 8029(6) 2976(2) 7139(2) 66(1)

C(3)   7490(15) –996(5) 10050(5) 194(5) C(5f) 9006(5) 2334(1) 7309(1) 50(1)

C(4)   6330(20) –1632(6)   9894(7) 326(12) C(6f) 9059(8) 3607(2) 7330(2) 88(1)
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 d, Å , . II

d d d

Cd(1)—N(1F) 2,370(3) O(1)—C(2) 1,457(7) C(1f)—C(2f) 1,387(6)

Cd(1)—S(1) 2,6549(9) C(2)—C(3) 1,414(9) C(2f)—C(3f) 1,346(7)

Cd(1)—S(2) 2,700(1) C(3)—C(4) 1,451(7) C(3f)—C(4f) 1,404(6)

S(1)—C(1) 1,684(4) C(4)—C(5) 1,476(8) C(4f)—C(5f) 1,411(4)

S(2)—C(1) 1,683(4) N(1f)—C(1f) 1,328(4) C(4f)—C(6f) 1,418(6)

C(1)—O(1) 1,329(5) N(1f)—C(5f) 1,347(4) C(5f)—C(5f) 1,443(6)

C(6f)—C(6f) 1,348(10)

N(1f)—Cd(1)—N(1f) 69,8(1) S(1)—Cd(1)—S(2) 101,33(4) O(1)—C(1)—S(1) 115,2(3)

N(1f)—Cd(1)—S(1) 154,21(7) S(1)—Cd(1)—S(2) 67,28(3) S(2)—C(1)—S(1) 123,5(2)

N(1f)—Cd(1)—S(1) 97,93(7) S(2)—Cd(1)—S(2) 162,75(5) C(1)—O(1)—C(2) 120,5(4)

S(1)—Cd(1)—S(1) 101,48(5) C(1)—S(1)—Cd(1) 85,2(1) C(3)—C(2)—O(1) 112,2(7)

N(1f)—Cd(1)—S(2) 101,74(7) C(1)—S(2)—Cd(1) 83,7(1) C(2)—C(3)—C(4) 118,5(8)

N(1f)—Cd(1)—S(2) 92,43(7) O(1)—C(1)—S(2) 121,2(3) C(3)—C(4)—C(5)    132(1)

I II  Phen -

 Cd(II) [ 4, 5 ].

I II

.  Cd  2, -

 C(5f)—C(5f)  C(6f)—

C(6f) .  ( . 1).

 Cd  N -

-  Phen  2,390(3) ( I)  2,370(3) Å ( II)

 S ,

,  2,630(1), 2,741(1) Å ( I)  2,6549(9), 2,700(1) Å ( II). -

 Cd  ( . . 3  5). 

Cd—S  CdS2C ,

.

,  S(2) (  Cd—S) 

 C(1f)  Phen .

 Phen . -

 0,021 I  0,023 Å II. -

,  CdS2C,

 0,020 I  0,031 Å — II,

 SCdS  SCS  4,3  6,6 . ,

.

 CdN2S4 -

 Phen , -

 Cd(II),  CdN2S4 [ 4, 5, 7—9 ].

, I II

( . . 1). -

 S(2)…C(1f) = 3,565(6) Å (I)  S(2)…C(1f) = 3,504(4) Å (II).
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. 1. I ( ) II ( )

 Phen,  ( ) -

: C(3f)…C(3f)  = 3,653(8); C(1f)…C(1f)  = 3,793(8); C(3f)…C(4f) =

= 3,871(7) Å I  C(3f)…C(3f)  = 3,452(6); C(1f)…C(1f)  = 3,616(6); C(2f)…C(2f)  = 3,744(6) Å
II. ,

. ,

Phen  ( . 2).

-

-  Phen 

d(hkl) = 3,72 (I)

3,52 Å (II),  — 

r = 6,59  6,58 Å ( . 6). -

r  Phen (5,44  5,57 Å)

. r r,

 [ 10, 11 ], -

, — -

 Phen . -

. 3, -

II b,

. 3,  —  Phen

-

.

Phen

, -

-

, -

II.

. 6 

. 2. I

                                 (100)
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CdPhen(ROCS2)2

(R = Et, i-Pr, i-Bu, n-Bu) 

, . ., V, Z Cd—N (Å) Cd—S (Å) r, r d(hkl)

CdPhen(EtOCS2)2

[ 4 ]

Pbcn

2217(1)

4

CdN2S4 2,386(8) 2 2,647(3); 2,727(3) 2,8

5,14

3,86

3,39

CdPhen(i-PrOCS2)2

[ 5 ]

I -1

2388,8(1)

4 CdN2S4

2,374(13)

2,386(14)

2,634(5); 2,725(5)

2,664(6); 2,732(6)

2,6

2,7

4,68

3,18

6,21

5,23

3,43

3,34

CdPhen(i-BuOCS2)2

[ . ]

Pbcn

2622,6(2)

4

CdN2S4 2,390(3) 2 2,630(1); 2,741(1) 4,3

6,59

5,44

3,72

CdPhen(n-BuOCS2)2

[ . ]

C2/c

2591,5(1)

4

CdN2S4 2,370(3) 2 2,6549(9); 2,700(1) 6,6

6,58

5,57

3,52

. d(hkl) —  Phen; r — -

 Phen; r —  Phen -

;  —  SCdS  SCS.

 Cd(II)  Phen 

. ,

,  CdN2S4 — -

. ,  R -

,

.  [ 4, 5 ] -

,  Phen 

.

 CdPhen(EtOCS2)2,  Et, 

Phen .

. 3. II

 [010] ( )

                   Phen-  ( )
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. 4.  CdPhen(EtOCS2)2  [010] ( ) -

                                                           Phen-  ( )

 Phen — -

( . 4).  CdPhen(i-PrOCS2)2  Phen -

d(hkl): ) d = 3,43 Å  ( r = 3,18 Å)  Phen -

, — - ; )

d = 3,34 Å r = 5,23 Å  Phen -

, -

 ( . 5). I II, -

,  Phen , ,

,  Phen -

, .

II , I, - ,

 R n-BuOCS2 -

i-BuOCS2 I.

. 5.  CdPhen(i-PrOCS2)2  [010] ( ) -

                                                           Phen-  ( )
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,  CdPhen(ROCS2)2  R 

, -

 Phen . -

.
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