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, C13H16FeO: a = 6,2687(7), b = 36,614(4), c = 15,291(2) Å;  = 97,786(2) ;

V = 3477,2(7) Å3, Z = 12, dx = 1,396 / 3, P21/n. -
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 1  

,

1

-  C13H16FeO 2 (max), . 52

 244 +

. / . 27470 / 6823

P21/n  [I > 2 (I )] 3926 

a, b, c, Å 6,2687(7), 36,614(4), 15,291(2) Rint / R 0,078 / 0,074

, . 97,786(2) 416 

V, Å3 3477,2(7) R1: I > 2 (I ) / 0,060 / 0,119

Z 12 wR2 0,143 

dx, / 3 1,396  (GOOF) 1,03 

, K 288(2)  779520 

, –1 1,261   

, -

1 . 1. 

1 — -

 Tensor 27 (Bruker)  4000—400 –1 (  KBr). 

 OPUS. 3 (  2.2). 

-

 Cary 5000 (Varian)  290  600 .

.
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(Cp  Cp  — ).
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 2  

 d (Å)  ( .)

d

(1)— (11) 1,504(6) (1)— (11)— (13) 112,1(4) 

(11)— (13) 1,516(6) (1)— (11)—  108,2(4) 

(11)— (12) 1,513(6) (1)— (11)— (12) 113,0(4) 

(11)—  1,457(5) (13)— (11)— (12) 109,9(4) 

(12)— (11)—  104,8(4) 

 3  

1

D—H A d(D—H) d(H A) d(D A) (DHA)

O1—H1 O2 0,82 1,96 2,776(4) 171,3 x–0,5, 0,5–y, z–0,5

O2—H2 O3 0,82 1,94 2,734(5) 163,4  

O3—H3 O1 0,85 1,94 2,736(5) 164,5 x–0,5, 0,5–y, z+0,5

 [ 7 ], -

 [ 1, 8 ]. 

 Fe—C ,  2,045(5), 2,030(5)  

 2,034(4) Å.

( nt)  ( nt ) . ,

Fe—Cnt  Fe—Cnt  1,657  1,658 Å .

 1,649  1,651 Å, 1,649  1,650 Å. —C - ,

 1,402(7), 1,388(7)  1,400(5) Å . —Fe—Cp

,  Cp ,

 2,5(3), 0,5(4)  0,8(4) .
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