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 133(1) K  BRUKER SMART 1000 CCD 

: a = 8,228(1), b = 5,759(1), 

c = 9,760(1) Å,  = 120,04(1) , V = 400,3(1) Å3, P21/c, Z = 4, 

R = 0,0543  867 .  C3H5NO

 N—H…O ,

 C…C. , -

(1)= (2) 

(1)— (1) (2)— (2) .
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 133(1) K  BRUKER 

SMART 1000 CCD (MoK - , ). -

 906  0, 90  180 —

45 , -  0,2  20 .
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.
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 1

, I

-  C3H5NO

 71,08 

, K 133(2) 

, Å K  (0,71073) 

, . . , P21/c

a, b, c, Å 8,228(1),  5,759(1),  9,760(1) 

, . 120,04(1) 

V, Å3; Z 400,3(1),   4 

, / 3 1,179  

, –1 0,090 

F (000) 152 

, 0,08  0,16  0,32 

, , . 4,20—29,01 

–9 h  11,  –7 k  7,  –13 l  13 

 2691 

 1057 (Rint = 0,029) 

I > 2 (I ) 867 

 66 

GOOF 1,091 

R- F 2 > 2 (F 2) R1 = 0,0543,  wR2 = 0,1263 

R- R1 = 0,0664,  wR2 = 0,1319 

 (min) (max), e/Å3 –0,199  0,343 

 2  

(Å2) I

x y z Ueq x y z Ueq

C(1) 0,3486(3) –0,1350(3) 0,1250(2) 0,0379(4) H(1) 0,331(3) –0,125(4) 0,216(3) 0,041(5) 

C(2) 0,2826(2) 0,0219(3) 0,0128(2) 0,0273(4) H(2) 0,418(3) –0,265(4) 0,121(3) 0,048(6) 

C(3) 0,1751(2) 0,2263(3) 0,0172(2) 0,0215(3) H(3) 0,301(3) 0,012(4) –0,077(3) 0,047(6) 

N 0,1076(2) 0,3668(2) –0,1072(2) 0,0271(3) H(4) 0,037(3) 0,482(4) –0,112(2) 0,030(5) 

O 0,1509(2) 0,2632(2) 0,1313(1) 0,0297(3) H(5) 0,127(3) 0,338(3) –0,187(2) 0,029(5) 

 3  

 d, Å , . C3H5NO

C d C d

C(1)—C(2) 1,309(2) C(3)—O 1,244(2) C(2)—C(1)—H(1) 122(1) O—C(3)—N 122,3(1)

C(1)—H(1) 0,97(2) C(3)—N 1,328(2) C(2)—C(1)—H(2) 121(1) O—C(3)—C(2) 121,7(1)

C(1)—H(2) 0,95(2) N—H(4) 0,87(2) H(1)—C(1)—H(2) 117(2) N—C(3)—C(2) 116,0(1)

C(2)—C(3) 1,486(2) N—H(5) 0,89(2) C(1)—C(2)—C(3) 121,8(2) C(3)—N—H(4) 118(1) 

C(2)—H(3) 0,96(2)   C(1)—C(2)—H(3) 122(1) C(3)—N—H(5) 121(1) 

    C(3)—C(2)—H(3) 116(1) H(4)—N—H(5) 121(2) 
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,

 SMART  SAINT Plus [ 3 ]. 

 SHELXTL/PC [ 4 ]. -

. 1, 

 — . 2,  — 

. 3. 

.

C3H5NO ( . 1)  (

0,06 Å), -

,  120  ( . . 3), .

(1)— (2) (3)—

( . . 3). 

 ( . 2)  C3H5NO -

 N—H(4)…O , , , -

 N—H(5)…O ( . 4) ,

 (100).  1,5 Å,  6 Å. -

C…C (C1—C1 3,790  C2—C2 3,717 Å), .

, -

1= 2 -

1— 1 2— 2  ( . 2 

).

 4  

I

N—H…O* d(N—H), Å d(H…O), Å d(N…O), Å NHO, .

N—H(4)…O#1 0,87(2) 2,07(2) 2,935(2) 175(1) 

N—H(5)…O#2 0,89(2) 1,97(2) 2,848(2) 172(1) 

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

. 1 ( ). -

                              I 

. 2 ( ). -

      I  (010) 
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, -

.

: , ,

 N—H5…O  6 Å, -

. -

. -
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