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.
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 –10  +40 C (  0,5 ).

, B11n. -

: a = 14,339(3), b = 9,136(3), c = 5,263(3) Å,  = 119,14(5) , Z = 4,

 = 1,766 / 3,  = 0,228 –1, F(000) = 328, g = 0,039(2).
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 1

x/a, Å y/b, Å z/c, Å U /U , Å2 x/a, Å y/b, Å z/c, Å U /U , Å2

Na1 0,71987(9) 0,54477(13) 0,5062(2) 0,0338(3) C1 0,47937(18) 0,2634(3) 0,3385(5) 0,0256(4)

O1 0,7086(3) 0,7689(3) –0,2026(5) 0,0586(7) C2 0,5005(2) 0,2598(3) 0,0570(6) 0,0319(6)

O2 0,73546(19) 0,5901(3) 0,0035(5) 0,0459(6) H1 0,483(3) 0,331(5) –0,032(6) 0,032(9)

O3 0,7340(2) 0,7960(3) 0,2010(5) 0,0512(6) H2 0,564(4) 0,289(5) 0,045(8) 0,049(11)

O4 0,40666(17) 0,1331(3) 0,4366(4) 0,0414(5) H3 0,376(3) 0,029(4) 0,025(6) 0,021(7)

O5 0,53599(15) 0,3995(3) 0,4506(4) 0,0378(5) H4 0,429(4) 0,092(7) –0,221(4) 0,075(14)

N1 0,72652(17) 0,7193(3) 0,0015(4) 0,0269(5) H5 0,456(3) 0,023(5) –0,022(6) 0,028(9)

N2 0,43694(17) 0,0905(3) –0,0533(5) 0,0292(4)

 2

, Å , .

d d

 NaO8 NO
1
3

Na(1)—O(5)

Na(1)—O(4)i

Na(1)—O(3)ii

2,322(3)

2,410(3)

2,617(3)

N(1)—O(1)

N(1)—O(2)

N(1)—O(3)

1,240(3)

1,248(3)

1,237(3)

O(3)—N(1)—O(1)

O(3)—N(1)—O(2)

O(1)—N(1)—O(2)

120,3(2)

120,5(2)

119,2(2)

Na(1)—O(1)iii 2,625(3)

Na(1)—O(2)iii

Na(1)—O(1)ii

Na(1)—O(2)

Na(1)—O(3)

2,642(3)

2,655(3)

2,670(3)

2,670(3)

O(4)—C(1)

O(5)—C(1)

C(1)—C(2)

C(2)—N(2)

1,250(3)

1,253(3)

1,516(4)

1,479(3)

O(4)—C(1)—O(5)

O(4)—C(1)—C(2)

O(5)—C(1)—C(2)

N(2)—C(2)—C(1)

126,0(3)

117,8(2)

116,2(2)

112,2(2)

: i x+1/2, y+1/2, –z+1;  ii x, y–1/2,  –z+1/2,  iii x, y, z+1.
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. R-  (I  3 (I )): R1 = 0,0287,

wR2 = 0,08, S(F2) = 1,098. -
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c.

 3

C—H-

A—H…D A—H, Å A—D, Å H…D, Å A—H—D, .

N(2)—H(3)—O(2)i

N(2)—H(4)—O(4)ii

N(2)—H(5)—O(5)iii

C(2)—H(1)

C(2)—H(2)

0,88(3)

0,89(2)

0,80(4)

0,94(4)

0,82(3)

2,35(3)

1,90(2)

2,00(4)

2,899(4)

2,777(4)

2,787(3)

121(3)

168(5)

167(4)

: i x–1/2, y–1/2, –z; ii x, y, z–1,  iii x, y–1/2, –z+1/2.
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