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 [4,9].  

 
5 . 
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 6.1991(0.0012)Å 

b 30.7937(0.0062)Å 
c 9.1441(0.0018)Å 

 90.000(0)º 
 105.305(0.030)º 
 90.000(0)º 

V 1609.8(6)Å3 

Z 
4 

  
 Mo   0.71073Å 

 
STOE STADI 4,  

2 max 
50.92º 

N(hkl)gt   3842 
 SHELXS-97, SHELXL-97 
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.  

 x, ( ) y, ( ) z, ( ) Ueq, (
) 

N 
C1 
C2 
C3 
C4 
C5 
C6 
C7 
C8 
C9 

C10 
C11 
C12 
C13 
C14 
C15 
C16 
C17 
C18 
C19 
C20 
C21 
C22 
C23 
C24 

0.4848(5) 
0.4509(6) 
0.2403(6) 
0.2100(7) 
0.3813(6) 
0.5891(6) 
0.6224(6) 
0.3442(6) 
0.4581(6) 
0.6096(7) 
0.7111(7) 
0.6747(7) 
0.7758(8) 
0.7282(9) 
0.5881(9) 
0.4818(7) 
0.3299(8) 
0.2250(8) 
0.2627(7) 
0.1542(7) 
0.1934(7) 
0.4175(6) 
0.5262(7) 
0.3038(8) 
0.7005(8) 

0.39417(11) 
0.35111(13) 
0.33151(13) 
0.28824(13) 
0.26148(12) 
0.28131(13) 
0.32453(13) 
0.21442(13) 
0.18300(13) 
0.19391(13) 
0.16371(14) 
0.11865(13) 
0.08666(16) 
0.04305(17) 
0.03066(15) 
0.06109(14) 
0.04974(15) 
0.07990(15) 
0.12509(14) 
0.15726(15) 
0.20060(14) 
0.13808(13) 
0.10597(13) 
0.42164(14) 
0.41372(14) 

0.8213(4) 
0.8454(4) 
0.7908(4) 
0.8144(4) 
0.8938(4) 
0.9516(5) 
0.9316(4) 
0.9120(4) 
0.8485(4) 
0.7607(4) 
0.6972(4) 
0.7132(4) 
0.6475(5) 
0.6633(6) 
0.7471(6) 
0.8169(5) 
0.9016(5) 
0.9650(5) 
0.9493(5) 
1.0087(5) 
0.9898(5) 
0.8664(4) 
0.7996(4) 
0.7427(5) 
0.8823(6) 

0.0589(10) 
0.0487(11) 
0.0546(12) 
0.0549(12) 
0.0500(11) 
0.0553(12) 
0.0540(12) 
0.0476(10) 
0.0461(10) 
0.0498(11) 
0.0564(12) 
0.0514(11) 
0.0681(13) 
0.0807(15) 
0.0740(14) 
0.0594(12) 
0.0660(13) 
0.0648(13) 
0.0534(11) 
0.0609(12) 
0.0565(12) 
0.0478(11) 
0.0508(11) 
0.0750(15) 
0.0766(15) 

. 

 
C1-N 
N-C23 

1.22(0.06) 
1.41(0.07) 

N-C24 1.56(0.05) 

 
N-C1-C6 
N-C1-C2 

126(0.05) 
121(0.05) 

C1-N-C23 
C1-N-C24 

C23-N-C24 

138(0.05) 
109(0.04) 
114(0.05) 
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N 
C1 
C2 
C3 
C4 
C5 
C6 
C7 
C8 
C9 

C10 
C11 
C12 
C13 
C14 
C15 
C16 
C17 
C18 
C19 
C20 
C21 
C22 
C23 
C24 

0.053(2) 
0.050(2) 
0.046(2) 
0.043(2) 
0.046(2) 
0.046(3) 
0.043(2) 
0.044(2) 
0.047(2) 
0.059(3) 
0.057(3) 
0.057(3) 
0.073(3) 
0.104(4) 
0.100(4) 
0.065(3) 
0.077(3) 
0.073(3) 
0.050(3) 
0.057(3) 
0.052(3) 
0.049(2) 
0.056(3) 
0.072(3) 
0.77(3) 

0.043(2) 
0.043(3) 
0.052(3) 
0.049(3) 
0.045(3) 
0.045(3) 
0.051(3) 
0.047(3) 
0.043(3) 
0.034(2) 
0.057(3) 
0.046(3) 
0.066(3) 
0.055(3) 
0.041(3) 
0.048(3) 
0.042(3) 
0.054(3) 
0.051(3) 
0.066(3) 
0.060(3) 
0.043(3) 
0.042(3) 
0.055(3) 
0.054(3) 

0.069(2) 
0.069(2) 
0.054(2) 
0.060(3) 
0.051(2) 
0.063(3) 
0.054(2) 
0.044(2) 
0.038(2) 
0.049(2) 
0.049(2) 
0.045(2) 
0.064(3) 
0.077(3) 
0.070(3) 
0.050(3) 
0.067(3) 
0.061(3) 
0.050(2) 
0.056(3) 
0.052(2) 
0.041(2) 
0.042(2) 
0.087(3) 
0.087(3) 

0.0028(18) 
0.047(2) 
0.005(2) 
-0.003(2) 

-0.0043(19) 
0.003(2) 
-0.003(2) 

-0.0041(19) 
0.0035(18) 
0.0009(19) 

0.007(2) 
-0.001(2) 
0.003(3) 
-0.002(3) 
-0.001(3) 
-0.003(2) 
0.003(2) 
0.010(2) 
0.003(2) 
0.000(2) 
-0.007(2) 

0.0028(18) 
0.0029(19) 

0.019(3) 
0.009(3) 

-0.0038(18) 
0.0001(19) 
-0.0071(19) 
-0.0086(19) 
-0.0031(19) 

0.008(2) 
-0.0100(19) 
-0.0040(19) 
-0.0062(18) 

0.001(2) 
0.004(2) 
0.001(2) 
0.014(2) 
0.014(3) 
0.003(3) 
-0.010(2) 
-0.001(3) 
0.006(2) 
-0.005(2) 
0.007(2) 
0.004(2) 

-0.0065(18) 
-0.008(2) 
0.001(3) 
0.000(3) 

0.0015(17) 
0.0029(19) 
0.011(2) 
0.001(2) 

-0.0006(19) 
0.0031(19) 
0.000(2) 

0.0002(19) 
-0.0018(19) 

-0.001(2) 
-0.006(2) 
0.008(2) 
0.010(3) 
0.018(3) 
0.001(3) 
-0.006(2) 
-0.012(2) 
-0.013(3) 
-0.009(2) 
-0.010(2) 
0.003(2) 

-0.0025(19) 
0.002(2) 
0.015(2) 
-0.012(3) 
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