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 293 K: a = 15,4524(5), b = 13,5876(4), c = 16,5729(7) Å,

Z = 8;  150 K: a = 15,2541(4), b = 13,4451(3), c = 16,4256(5) Å, Z = 8. -

, .

,  Fe—O 1,977—2,003 Å (293 K)  1,982—2,006

(150 K). ,

,  Fe…Fe

7,558—8,103 Å (293 K)  7,472—8,017 Å (150 K). 

,  — Fe…Fe 8,303 Å (293 K)  8,236 Å (150 K).

: - , ,

.

-

. - ( )3 , , -

 [ 1 ]  [ 2 ]. -

, .

- ,

 (CSDB), . 1, -

, , — . 1. - ,

 In  Ru, -, - ,  Sc( )3  Fe( )3 [ 3—5 ] —

- .

 Fe(aa)3  1967 .  [ 3 ] 

Pbca (R = 0,079),  1996 . P212121

 [ 4 ]. 

[ 4 ] R-  c

 [ 3 ].  Fe(aa)3 -

P212121  R-  0,038.  CSDB -

re-interpretation structure [ 3 ] , . . ,  [ 3 ].

 2001 .  20 K  Fe(aa)3 Pbca

[ 5 ] (R = 0,053).  Fe(aa)3.

P212121, -

-  In, Ru  Sc. -

, , , -

, - -

Pbca P212121.
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 1

-

a

b

,

. .,

Z
c

V,

V /Z
-

Al(aa)3 [ 6 ]

ALACAC11

1 .

.

21/c

4

14,002

  7,534

16,325

90

98,81

90

1701,8

  425,5

Al; Co; Ga; In; Ir;

Mn; Os; Rh, Ru; Tc;

Ti

Fe(aa)3 [ 3 ]

FEACAC

1 .

.

Pbca

8

15,471

13,577

16,565

90

90

90

3479,5

  434,9

Fe; In; Ru; Sc

Fe(aa)3 [ 4 ]

FEACAC02

2 .

.

P212121

8

13,585

15,458

16,563

90

90

90

3478,2

  434,8

Al(aa)3 [ 7 ]

ALACAC10

4 .

.

Pna21

16

15,699

32,546

13,369

90

90

90

6830,8

  426,9

[Al+(2,5÷10 %)Fe]

[ 10 ]

In(aa)3 [ 8 ]

ACACIN

1 .

.

21/n

4

  8,209

13,301

16,389

90

90,89

90

1789,3

  447,3

Mo

* Mn(aa)3 [ 9 ]

ACACMN21

1 .

.

21/n

4

  7,786

27,975

  8,020

90

103,3

90

1781,5

  429,6

*  [ 9 ] .

- , ,  Mn3+.

.  Fe(aa)3 -

 FeCl3 6H2O ( . . .),  [ 11 ], 

(99 %,  MERCK),  NaOH ( . . .)  [ 12 ].  Sc(aa)3

 In(aa)3  Sc2O3 ( . .)  In ( . .)  HCl ( . .), -

, -  [ 12 ]. -

 (P = 1 10–2 , T = 200—210 C).

 C  H: (  Fe(aa)3

C, % ./ . 51,01/50,7,  % ./ . 5,99/5,9;  Sc(aa)3 C % ./ . 52,64/52,7,

H, % ./ . 6,18/6,9;  In(aa)3 C % ./ . 43,71/43,7, H% ./ . 5,14/5,1). -

 PGS-2 , -

 (<1 10–3 .%). -

, , :  Fe(aa)3 456 K, 

 454 K [ 13, 14 ],  Sc(aa)3 463 K,  461 K [ 13 ],  In(aa)3 462 K.

-  SCIMITAR FTS 2000.

 KBr. , . 2

 Fe(aa)3.

 Fe(aa)3 -

. ,  — -

, .

, , , - .
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 0,22 0,20 0,10 . -

 293 K (I)  150 K (II)

 Bruker X8APEX  4 K CCD  [ 16 ].  MoK

(  = 0,71073 Å) .

. ,

 150 K, Pbca. -

. -

 [ 17 ] F 2 -

SHELX-97 [ 18 ].  [ 4 ], -

P212121, -

. , -

P212121 R- .  293 K

Pbca R = 0,0377, P212121 R = 0,0360,  150 K 

Pbca R = 0,0315, P212121 R = 0,0299. , -

. 1.
- ,

,  CSDB: —

 Al(aa)3,  —  Fe(aa)3,

 —  Al(aa)3,  — 

            In(aa)3,  —  Mn(aa)3
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. 2.  Fe(aa)3

, ,

-

.

-

Pbca

Fe(aa)3. -

 Fe(aa)3 -

, . -

Pbca.

I, II -

. 2, -

 Fe(aa)3

. 3  4. 

.

 Fe(aa)3 , , -

. 2. ,

, I  435,0 II 421,1 Å3. -

,  Fe—O  OFeO -

 1,9772(18)—2,0029(17) Å, 86,82(8)—95,41(8)  (I)  1,9817(14)—2,0059(14) Å,

86,64(6)—95,74(6)  (II),  1,9908(18)  1,9957(14) Å I II -

, -  180  6,64 I  6,85 II. -

 Fe , …

 2

Fe(a )3 (I) Fe(a )3 (II)

C15H21FeO6 C15H21FeO6

353,17 353,17

, K 293(2) 150(2)

. Pbca Pbca

: a, b, c, Å 15,4524(5), 13,5876(4), 16,5729(7) 15,2541(4), 13,4451(3), 16,4256(5)

V, Å3 3479,7(2) 3368,77(15)

Z 8 8

d , / 3 1,348 1,393

, –1 0,890 0,919

, . 2,34—25,68 2,37—25,68

Ihkl 22666 21749

Ihkl > 2 I 3300 (Rint = 0,0499) 3190 (Rint = 0,0445]

GOOF F
2
hkl

1,040 1,084

R (I > 2 I) 0,0377 (wR2 = 0,0972) 0,0315 (wR2 = 0,0805)

R (Ihkl .) 0,0737 (wR2 = 0,1108) 0,0482 (wR2 = 0,0870)
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 3

(  104) (Å  103) Fe(a )3

 T = 293 K (I) 150(2) K (II)

I II

x y z U * x y z U *

Fe

O(1)

O(2)

O(3)

O(4)

O(5)

O(6)

C(1)

C(2)

C(3)

C(4)

C(5)

C(6)

C(7)

C(8)

C(9)

C(10)

C(11)

C(12)

C(13)

C(14)

C(15)

1428(1)

2381(1)

2022(1)

  763(1)

  443(1)

  941(1)

2025(1)

3039(2)

3252(2)

2756(2)

3611(2)

3062(3)

    22(2)

–485(2)

–259(2)

–282(2)

–856(2)

  965(2)

1395(2)

1907(2)

  495(2)

2389(2)

2691(1)

3676(1)

1955(1)

3526(1)

1743(1)

3392(1)

1801(1)

3687(2)

2941(2)

2124(2)

4575(2)

1345(3)

3387(2)

2570(2)

1787(2)

4198(2)

  918(2)

3154(2)

2336(2)

1712(2)

3833(2)

  880(2)

2460(1)

2514(1)

3331(1)

3215(1)

2499(1)

1503(1)

1674(1)

2960(2)

3494(2)

3642(2)

2887(2)

4226(2)

3519(2)

3378(2)

2886(2)

4082(2)

2793(2)

  768(2)

  470(2)

  920(2)

  200(2)

  519(2)

49(1)

62(1)

63(1)

65(1)

63(1)

67(1)

63(1)

63(1)

82(1)

70(1)

96(1)

125(2)

66(1)

73(1)

61(1)

107(1)

91(1)

67(1)

82(1)

65(1)

105(1)

103(1)

Fe

O(1)

O(2)

O(3)

O(4)

O(5)

O(6)

C(1)

C(2)

C(3)

C(4)

C(5)

C(6)

C(7)

C(8)

C(9)

C(10)

C(11)

C(12)

C(13)

C(14)

C(15)

1431(1)

2392(1)

2019(1)

  740(1)

  432(1)

  954(1)

2053(1)

3073(1)

3291(2)

2777(2)

3658(2)

3090(2)

  –19(2)

–531(2)

–290(1)

–334(2)

–886(2)

  973(2)

1402(2)

1933(1)

  505(2)

2445(2)

2728(1)

3733(1)

1988(1)

3580(1)

1767(1)

3420(1)

1818(1)

3731(2)

2963(2)

2141(2)

4624(2)

1346(2)

3436(2)

2606(2)

1808(2)

4253(2)

  927(2)

3143(2)

2301(2)

1698(2)

3812(2)

  863(2)

2456(1)

2522(1)

3348(1)

3203(1)

2481(1)

1469(1)

1680(1)

2964(1)

3498(2)

3655(1)

2903(2)

4230(2)

3508(1)

3365(1)

2869(1)

4066(2)

2784(2)

  730(1)

  444(1)

  917(1)

  138(2)

  532(2)

24(1)

30(1)

32(1)

33(1)

32(1)

34(1)

30(1)

30(1)

41(1)

36(1)

46(1)

62(1)

32(1)

35(1)

29(1)

50(1)

45(1)

34(1)

42(1)

32(1)

53(1)

51(1)

*U  = 1/3(U11+U22+U33).

 4

 d, Å , . Fe(ac)3 (I II)

I (293 K) II (150 K) I (293 K) II (150 K)

d d d d

Fe—O(3) 1,9772(18) 1,9817(14) Fe—O(4) 1,9944(19) 1,9984(15)

Fe—O(2) 1,9818(18) 1,9857(14) Fe—O(5) 1,9974(18) 2,0056(15)

Fe—O(1) 1,9910(20) 1,9969(15) Fe—O(6) 2,0029(17) 2,0059(14)

O(1)—Fe—O(2) 87,33(8) 88,10(6) O(2)—Fe—O(5) 176,06(8) 173,15(6)

O(1)—Fe—O(3) 90,23(8) 88,01(6) O(2)—Fe—O(6)   91,89(8)   87,10(6)

O(1)—Fe—O(4)  175,14(8)  175,08(6) O(3)—Fe—O(4)   87,94(8)   87,47(6)

O(1)—Fe—O(5) 89,00(7) 89,78(6) O(3)—Fe—O(5)   87,47(8)   92,24(6)

O(1)—Fe—O(6) 92,65(8) 95,74(6) O(3)—Fe—O(6) 173,56(8) 176,09(6)

O(2)—Fe—O(3) 94,00(8) 94,19(6) O(4)—Fe—O(5)   95,41(8)   92,33(6)

O(2)—Fe—O(4) 88,30(8) 90,30(6) O(4)—Fe—O(6)   89,62(8)   88,82(6)

O(6)—Fe—O(5)   86,82(8)   86,64(6)
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. 3.  Fe(aa)3

 5,4  11,1 I  3,0  11,5 II. -

— , — , —

1,257(3)—1,269(3), 1,371(4)—1,385(4),

1,501(4)—1,518(3) Å I  1,267(3)—

1,277(3), 1,380(3)—1,369(3), 1,500(3)—

1,510(3) Å II.

 Fe(aa)3 -

,

z

d = 8,287 (I)  8,213 (II) Å.  (6+2). 

Fe  36 -

 Fe…Fe 7,558—8,103  (I)  7,472—8,017 Å  (II).

,  Fe…Fe 8,303 Å (I)  8,236 Å (II).

 Fe(aa)3 -

 [ 15 ], 

Pbca.

 C—O  C—C.  [ 4 ], -

,  C—O. 

-

,  C—O  C—C. ( ,

, , .)  Fe(aa)3 -

,  1572, 1524, 929 –1 ( . 3), -

,  Fe(aa)3 , -

, Pbca.

 Fe(aa)3, Sc(aa)3, In(aa)3

, Pbca -

. P212121  Fe(aa)3 -

R- . ,  [ 4 ] -

P212121

-

. ,  [ 4 ] , .
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