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 1

,

- C26H20Br4Cu2N12

947,26

, K 293(2)

, Å MoK  (0,71073)

P21/n

a, b, c, Å 11,9159(18), 11,2325(15), 11,9666(15)

, . 101,544(7)

V, Å3 1569,3(4)

Z 2

, / 3 2,005

, –1 6,488

F (000) 916

, 0,186 0,085 0,082

, . 2,7—26,4

–12 h  14,  –14 k  14,  –13 l  11

6344

2945 (Rint = 0,0230)

I > 2 (I ) 2329

199

GOOF 1,087

R1 (  |F | I > 2 (I )) 0,0291

wR2 (  |F |2 ) 0,0855

 (min / max), e/Å3 –0,485 / 0,574

-  (0,5 )  2  = 52,8 .

 SADABS [ 7 ]. -

SHELX-97 [ 8 ]. .

. 1, -

 — . 2,  — . 3.

 2

x y z U x y z U

Cu1 –0,10995(4) –0,00309(4)   0,09748(4) 0,03273(14) C3 0,2001(4)   0,1242(4) 0,4334(4) 0,0471(11)

Br1   0,01953(4)   0,15740(4) –0,00197(4) 0,04100(14) C4 0,2218(4)   0,0444(4) 0,5261(4) 0,0471(11)

Br2 –0,19067(4)   0,16231(4)   0,18182(4) 0,04541(15) C5 0,1667(4) –0,0615(4) 0,5239(3) 0,0392(10)

N1 –0,0234(3) –0,0579(3)   0,2510(3) 0,0293(7) C6 0,0844(3) –0,0860(3) 0,4252(3) 0,0297(8)

N2 –0,0528(3) –0,1610(3)   0,2866(3) 0,0327(7) C7 0,0857(4) –0,4478(4) 0,3477(3) 0,0355(9)

N3   0,0105(3) –0,1780(3)   0,3922(3) 0,0315(7) C8 0,0114(4) –0,4667(4) 0,2431(4) 0,0514(12)

N4   0,0793(3) –0,3759(3)   0,4390(3) 0,0340(8) C9 0,0477(5) –0,5473(5) 0,1735(4) 0,0594(14)

N5   0,1734(3) –0,3888(3)   0,5227(3) 0,0394(8) C10 0,1537(4) –0,6072(4) 0,2043(4) 0,0498(12)

N6   0,2396(3) –0,4668(3)   0,4874(3) 0,0346(8) C11 0,2264(4) –0,5888(3) 0,3070(4) 0,0384(10)

C1   0,0609(3) –0,0066(3)   0,3334(3) 0,0268(8) C12 0,1892(3) –0,5067(3) 0,3797(3) 0,0315(9)

C2   0,1198(4)   0,1016(3)   0,3367(3) 0,0376(10) C13 –0,0052(4) –0,2880(4) 0,4521(4) 0,0393(10)
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 d, Å , .

d d , .

Cu(1)…Cu(1)#1 3,842(1) N(5)—N(6) 1,305(5) Br(1)#1—Cu(1)—Br(1)   85,73(2)

Cu(1)—Br(1)#1 2,4422(7) N(6)—Cu(1)#3 2,029(3) Br(2)—Cu(1)—Br(1)#1 174,63(3)

Cu(1)—Br(1) 2,7895(7) N(6)—C(12) 1,383(5) Br(2)—Cu(1)—Br(1)   88,95(2)

Cu(1)—Br(2) 2,4050(7) C(1)—C(2) 1,400(5) N(1)—Cu(1)—Br(1)#1   90,94(9)

Cu(1)—N(1) 2,015(3) C(1)—C(6) 1,400(5) N(1)—Cu(1)—Br(1) 111,13(9)

Cu(1)—N(6)#2 2,029(3) C(2)—C(3) 1,370(6) N(1)—Cu(1)—Br(2)   91,62(9)

Br(1)—Cu(1)#1 2,4422(7) C(3)—C(4) 1,410(6) N(1)—Cu(1)—N(6)#2 139,95(14)

N(1)—N(2) 1,306(4) C(4)—C(5) 1,357(6) N(6)#2—Cu(1)—Br(1)#1   89,60(10)

N(1)—C(1) 1,384(5) C(5)—C(6) 1,403(5) N(6)#2—Cu(1)—Br(1) 108,85(10)

N(2)—N(3) 1,349(4) C(7)—C(8) 1,397(6) N(6)#2—Cu(1)—Br(2)   91,47(10)

N(3)—C(6) 1,364(5) C(7)—C(12) 1,385(6)

N(3)—C(13) 1,459(5) C(8)—C(9) 1,358(7)

N(4)—N(5) 1,353(4) C(9)—C(10) 1,413(7)

N(4)—C(7) 1,373(5) C(10)—C(11) 1,371(6)

N(4)—C(13) 1,442(5) C(11)—C(12) 1,399(6)

. : #1 –x, –y, –z;  #2 x–1/2,

–y–1/2, z–1/2;  #3 x+1/2, –y–1/2, z+1/2.
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