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 1

(Å2)

3-(4- )-7- -3,3 ,4,5,6,7- (2 )  (2d)

x/a y/b z/c U( )* x/a y/b z/c U( )*

Br(1) –0,8033(1) 0,2431(1) 0,1603(1) 0,0813(3) C(10) –0,3538(3) 0,2967(4) 0,4918(3) 0,049(1)

O(1) –0,0505(3) 0,1688(4) 0,8581(3) 0,098(1) C(11) –0,2650(3) 0,2262(3) 0,5540(3) 0,048(1)

C(1) 0,0269(4) 0,3614(8) 0,9074(4) 0,093(2) C(12) –0,3552(3) 0,2077(4) 0,3987(3) 0,051(1)

C(2) 0,0157(6) 0,2339(7) 0,9296(5) 0,101(2) C(13) –0,4628(3) 0,2049(4) 0,3385(3) 0,049(1)

C(3) –0,0352(4) 0,3852(6) 0,8190(4) 0,079(1) C(14) –0,5557(3) 0,1350(4) 0,3682(3) 0,056(1)

C(4) –0,0806(3) 0,2657(4) 0,7895(3) 0,065(1) C(15) –0,6562(4) 0,1438(4) 0,3148(3) 0,060(1)

C(5) –0,1492(3) 0,2174(5) 0,7057(3) 0,060(1) C(16) –0,6639(3) 0,2233(4) 0,2315(3) 0,055(1)

C(6) –0,2052(3) 0,2915(4) 0,6380(3) 0,055(1) C(17) –0,5737(4) 0,2916(5) 0,1988(3) 0,063(1)

C(7) –0,2095(5) 0,4452(5) 0,6367(5) 0,086(2) C(18) –0,4733(4) 0,2826(4) 0,2523(3) 0,057(1)

C(8) –0,3103(5) 0,5065(5) 0,5824(4) 0,091(2) N(1) –0,2471(3) 0,1035(3) 0,5261(2) 0,056(1)

C(9) –0,3304(5) 0,4461(4) 0,4787(4) 0,074(1) N(2) –0,3226(3) 0,0752(3) 0,4441(2) 0,057(1)

*U( ) Uij.

 2

 d, Å , .

3-(4- )-7- -3,3 ,4,5,6,7- (2 ) (2d)

d d d

Br(1)—C(16) 1,905(4) C(6)—C(7) 1,518(6) C(12)—C(13) 1,498(5)

O(1)—C(4) 1,368(5) C(7)—C(8) 1,516(7) C(13)—C(14) 1,384(5)

O(1)—C(2) 1,381(6) C(8)—C(9) 1,526(7) C(13)—C(18) 1,390(5)

C(1)—C(2) 1,302(9) C(9)—C(10) 1,513(5) C(14)—C(15) 1,383(5)

C(1)—C(3) 1,397(8) C(10)—C(11) 1,501(5) C(15)—C(16) 1,368(5)

C(3)—C(4) 1,353(6) C(10)—C(12) 1,528(5) C(16)—C(17) 1,365(6)

C(4)—C(5) 1,449(6) C(11)—N(1) 1,289(4) C(17)—C(18) 1,383(6)

C(5)—C(6) 1,330(6) C(12)—N(2) 1,489(5) N(1)—N(2) 1,427(4)

C(6)—C(11) 1,464(5)

C(4)—O(1)—C(2) 105,9(4) C(7)—C(8)—C(9) 112,2(4) C(14)—C(13)—C(12) 122,8(3)

C(2)—C(1)—C(3) 107,5(5) C(10)—C(9)—C(8) 107,4(4) C(18)—C(13)—C(12) 119,2(3)

C(1)—C(2)—O(1) 110,6(5) C(11)—C(10)—C(9) 112,6(3) C(15)—C(14)—C(13) 121,1(4)

C(4)—C(3)—C(1) 107,4(5) C(11)—C(10)—C(12) 100,0(3) C(16)—C(15)—C(14) 119,3(4)

C(3)—C(4)—O(1) 108,6(4) C(9)—C(10)—C(12) 117,5(4) C(17)—C(16)—C(15) 121,3(4)

C(3)—C(4)—C(5) 136,5(5) N(1)—C(11)—C(6) 123,8(3) C(17)—C(16)—Br(1) 118,7(3)

O(1)—C(4)—C(5) 114,9(4) N(1)—C(11)—C(10) 113,4(3) C(15)—C(16)—Br(1) 120,0(3)

C(6)—C(5)—C(4) 127,4(5) C(6)—C(11)—C(10) 122,8(3) C(16)—C(17)—C(18) 119,2(4)

C(5)—C(6)—C(11) 120,3(4) N(2)—C(12)—C(13) 114,4(3) C(17)—C(18)—C(13) 121,2(4)

C(5)—C(6)—C(7) 125,0(4) N(2)—C(12)—C(10) 100,1(3) C(11)—N(1)—N(2) 107,4(3)

C(11)—C(6)—C(7) 114,6(4) C(13)—C(12)—C(10) 115,7(3) N(1)—N(2)—C(12) 107,1(3)

C(8)—C(7)—C(6) 115,5(4) C(14)—C(13)—C(18) 117,9(4)
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