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 MolEN [ 8 ]  DEC Alpha Station 200. -

 PLATON [ 9 ]. 1:

, ; C7H9N6O5 K+ 2 2 ; M = 332,33;

a = 7,645(7), b = 8,230(7), c = 12,435(9) Å;  = 99,99(8),  = 91,52(7),  = 113,86(8) ; V = 701(1) Å3,

 = 1,58 / 3, Z = 2, P-1.  6,36  <  < 74,36 . -

 2601 , 2189 I  2 .

(Cu) = 37,70 –1.  (  O19 20) -

, -

. R = 0,0764 Rw = 0,1985 

2189 F > 2 (F 2). -

 (CCDC 297198).

1 . 1, -

 — . 2. 1 . 1.

. -

:  2- -4- -

-1,3,5- , (5)—C(7)

67,1 . -

1,3,5-  (  0,051(3) Å).

1 ,

 [ 10, 11 ]. 

(O12—N9—C7—N8 = –8,5(4) ; O11—N8—C7—N9 = –8,9(4) ; O13—N9—C7—N8 = 173,4(3) ;

O10—N8—C7—N9 = 172,8(3) ) ,

 N9—C7—N8 ,

 [ 11 ], - .  C3—O14

1—N16 ,

-

-  1,3,5- .

 1,3,5- ,

 C—N  (1,321(3)—1,342(3) Å),  C1—N6 

, : C—N—C  113,6(2)—114,6(2) , N—C—N

 124,4(2)—127,0(2) . , - , ,



176

 2

 d, Å , . 1

d d d

K(1)—O(19)

K(1)—O(12)a

K(1)—O(12)b

K(1)—O(11)b

K(1)—O(11)

K(1)—O(20)

K(1)—O(13)a

K(1)—O(10)

K(1)—O(14)c

K(1)—N(9)a

K(1)—N(8)

K(1)—K(1)d

2,790(5)

2,830(3)

2,830(3)

2,831(3)

2,867(3)

2,910(4)

2,974(4)

3,028(3)

3,053(4)

3,309(4)

3,344(4)

4,581(4)

O(14)—C(3)

O(14)—K(1)e

O(13)—N(9)

O(14)—C(15)

O(13)—K(1)f

O(12)—N(9)

O(12)—K(1)f

O(12)—K(1)b

O(11)—N(8)

O(11)—K(1)b

N(2)—C(3)

N(2)—C(1)

1,328(3)

3,053(4)

1,255(3)

1,446(3)

2,974(4)

1,250(3)

2,830(3)

2,830(3)

1,243(3)

2,831(3)

1,324(3)

1,342(3)

N(6)—C(5)

N(6)—C(1)

O(10)—N(8)

N(4)—C(5)

N(4)—C(3)

N(16)—C(1)

N(16)—C(18)

N(16)—C(17)

N(9)—C(7)

N(9)—K(1)f

N(8)—C(7)

C(5)—C(7)

1,321(3)

1,367(3)

1,257(3)

1,334(3)

1,339(3)

1,343(3)

1,445(4)

1,459(3)

1,367(4)

3,309(4)

1,371(3)

1,490(3)

C(3)—O(14)—C(15)

C(3)—N(2)—C(1)

C(5)—N(6)—C(1)

C(5)—N(4)—C(3)

C(1)—N(16)—C(18)

C(1)—N(16)—C(17)

C(18)—N(16)—C(17)

O(12)—N(9)—O(13)

117,2(2)

114,1(2)

114,6(2)

113,6(2)

121,7(2)

121,5(2)

116,8(2)

120,7(2)

O(12)—N(9)—C(7)

O(13)—N(9)—C(7)

O(11)—N(8)—O(10)

O(11)—N(8)—C(7)

O(10)—N(8)—C(7)

N(2)—C(3)—O(14)

N(2)—C(3)—N(4)

O(14)—C(3)—N(4)

122,9(2)

116,4(2)

120,0(2)

123,2(2)

116,7(2)

119,7(2)

127,0(2)

113,3(2)

N(6)—C(5)—N(4)

N(6)—C(5)—C(7)

N(4)—C(5)—C(7)

N(2)—C(1)—N(16)

N(2)—C(1)—N(6)

N(16)—C(1)—N(6)

N(9)—C(7)—N(8)

N(9)—C(7)—C(5)

126,2(2)

117,5(2)

116,3(2)

118,1(2)

124,4(2)

117,5(2)

122,1(2)

119,3(2)

N(8)—C(7)—C(5) 118,4(2)

: a x, y – 1, z; b– x +3 ,– y ,– z; c x + 1, y, z; d – x + 3, – y – 1, –z; e x – 1, y, z; f x, y + 1, z.
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 0x
. 3. 1.
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 3

1

D—H A D—H, Å H A, Å D A, Å DHA, .

O19—H191 O20 1,10 2,050 2,783(8) 121,0 –1+x, y, z

O20—H201 N4 0,82 2,070 2,796(4) 148,0   1+x, y, z

O20—H202 O20 0,85 2,260 2,804(6) 121,0   2–x, – y, – z

1

 ( . . 3).

1 -

 2- -4- -6- -1,3,5-

,  — , -

0b  ( . 3).
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