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Table 1. Crystal data and structure refinement details.

	


Identification code 
06skc0067p(1    

Empirical formula 
C6H11NO5
Formula weight 
177.16

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.1621(6) Å
( = 86.922(4)°


b = 9.3259(5) Å
( = 88.863(3)°


c = 21.3026(12) Å
(  = 87.350(4)°

Volume
1617.22(17) Å3
Z
8

Density (calculated)
1.455 Mg / m3
Absorption coefficient
0.128 mm(1
F(000)
752

Crystal
plate; colourless

Crystal size
0.12 ( 0.08 ( 0.01 mm3
( range for data collection
3.12 ( 27.48°

Index ranges
(10 ( h ( 10, (12 ( k ( 12, (27 ( l ( 27

Reflections collected
23933

Independent reflections
23933 [Rint = 0.0000]

Completeness to ( = 27.48°
91.4 % 

Absorption correction
Semi(empirical from equivalents

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
23933 / 0 / 455

Goodness-of-fit on F2
1.186

Final R indices [F2 > 2((F2)]
R1 = 0.1476, wR2 = 0.2918

R indices (all data)
R1 = 0.2173, wR2 = 0.3648

Largest diff. peak and hole
0.840 and (0.628 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit ). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction and cell refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: Sheldrick, G. M. SADABS - Bruker Nonius area detector scaling and absorption correction - V2.10 Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
C1
8409(6)
784(5)
(347(2)
18(1)
1

C2
8432(6)
1892(5)
130(2)
18(1)
1

C3
8420(6)
3286(5)
(19(2)
18(1)
1

C4
8440(6)
4411(5)
440(2)
12(1)
1

O1A
7937(4)
(436(4)
(199(2)
21(1)
1

O1B
8917(5)
1172(4)
(905(1)
21(1)
1

O4A
9028(5)
3984(4)
987(1)
20(1)
1

O4B
7940(5)
5663(4)
305(2)
23(1)
1

C22
15137(7)
2981(6)
1553(3)
31(1)
1

C23
14420(6)
3272(7)
908(3)
28(1)
1

N24
12619(5)
3200(5)
944(2)
21(1)
1

O21
14588(5)
1632(4)
1772(2)
33(1)
1

C31
10419(6)
(1083(5)
(1869(2)
17(1)
1

C32
10450(6)
(2225(5)
(2340(2)
17(1)
1

C33
9112(6)
(2639(5)
(2603(2)
16(1)
1

C34
9152(6)
(3719(5)
(3089(2)
18(1)
1

O31A
9001(4)
(798(4)
(1617(2)
20(1)
1

O31B
11689(4)
(496(4)
(1764(2)
23(1)
1

O34A
7890(4)
(4133(4)
(3301(2)
25(1)
1

O34B
10632(4)
(4159(4)
(3260(2)
23(1)
1

C42
5307(7)
7189(6)
3475(3)
27(1)
1

C43
4523(6)
6856(6)
4109(2)
23(1)
1

N44
2782(5)
6499(4)
4044(2)
18(1)
1

O41
5358(5)
5912(4)
3143(2)
35(1)
1

C51
11411(6)
(5773(6)
(4576(2)
19(1)
1

C52
11510(6)
(6866(5)
(5046(2)
15(1)
1

C53
11582(6)
(8270(5)
(4889(2)
16(1)
1

C54
11732(6)
(9394(5)
(5352(2)
15(1)
1

O51A
10784(4)
(6106(4)
(4038(1)
20(1)
1

O51B
11956(4)
(4541(4)
(4727(2)
21(1)
1

O54A
11190(5)
(9008(4)
(5906(1)
21(1)
1

O54B
12327(5)
(10605(4)
(5213(2)
27(1)
1

C62
4872(7)
8274(6)
1702(3)
30(1)
1

C63
5560(7)
8578(7)
1040(2)
28(1)
1

N64
7361(5)
8345(4)
1007(2)
21(1)
1

O61
4964(5)
6757(4)
1859(2)
31(1)
1

C71
9766(6)
8853(5)
3175(2)
15(1)
1

C72
9587(6)
7797(5)
2682(2)
17(1)
1

C73
10840(6)
7211(5)
2374(2)
18(1)
1

C74
10686(6)
6182(5)
1871(2)
15(1)
1

O71A
11212(4)
8986(4)
3385(1)
18(1)
1

O71B
8534(4)
9578(4)
3344(2)
21(1)
1

O74A
11954(4)
5602(4)
1650(2)
20(1)
1

O74B
9225(4)
5923(4)
1718(2)
19(1)
1

C82
5056(7)
1272(7)
3525(3)
30(1)
1

C83
5758(7)
2471(6)
3835(3)
28(1)
1

N84
7454(5)
2128(5)
4061(2)
23(1)
1

O81
5833(5)
982(5)
2936(2)
35(1)
1

	


Table 3. Bond lengths [Å] and angles [°].

	


C1(O1A
1.241(6)

C1(O1B
1.290(6)

C1(C2
1.488(7)

C2(C3
1.321(7)

C2(H2
0.9500

C3(C4
1.473(7)

C3(H3
0.9500

C4(O4B
1.239(6)

C4(O4A
1.304(5)

O4A(H4A
0.8400

C22(O21
1.407(6)

C22(C23
1.509(7)

C22(H22A
0.9900

C22(H22B
0.9900

C23(N24
1.475(6)

C23(H23A
0.9900

C23(H23B
0.9900

N24(H24A
0.9100

N24(H24B
0.9100

N24(H24C
0.9100

O21(H21
0.8400

C31(O31B
1.224(6)

C31(O31A
1.289(6)

C31(C32
1.501(7)

C32(C33
1.320(7)

C32(H32
0.9500

C33(C34
1.482(7)

C33(H33
0.9500

C34(O34A
1.219(6)

C34(O34B
1.309(6)

O31A(H31A
0.8400

O34B(H34B
0.8400

C42(O41
1.417(6)

C42(C43
1.507(7)

C42(H42A
0.9900

C42(H42B
0.9900

C43(N44
1.486(6)

C43(H43A
0.9900

C43(H43B
0.9900

N44(H44A
0.9100

N44(H44B
0.9100

N44(H44C
0.9100

O41(H41
0.8400

C51(O51B
1.275(6)

C51(O51A
1.275(6)

C51(C52
1.465(7)

C52(C53
1.333(7)

C52(H52
0.9500

C53(C54
1.475(7)

C53(H53
0.9500

C54(O54B
1.233(6)

C54(O54A
1.297(5)

O54A(H54A
0.8400

C62(O61
1.435(6)

C62(C63
1.525(7)

C62(H62A
0.9900

C62(H62B
0.9900

C63(N64
1.477(6)

C63(H63A
0.9900

C63(H63B
0.9900

N64(H64A
0.9100

N64(H64B
0.9100

N64(H64C
0.9100

O61(H61
0.8400

C71(O71B
1.243(5)

C71(O71A
1.284(6)

C71(C72
1.492(7)

C72(C73
1.317(7)

C72(H72
0.9500

C73(C74
1.487(7)

C73(H73
0.9500

C74(O74A
1.243(5)

C74(O74B
1.280(6)

C82(O81
1.427(6)

C82(C83
1.472(8)

C82(H82A
0.9900

C82(H82B
0.9900

C83(N84
1.490(7)

C83(H83A
0.9900

C83(H83B
0.9900

N84(H84A
0.9100

N84(H84B
0.9100

N84(H84C
0.9100

O81(H81
0.8400

O1A(C1(O1B
123.5(5)

O1A(C1(C2
120.3(4)

O1B(C1(C2
116.1(4)

C3(C2(C1
123.1(4)

C3(C2(H2
118.4

C1(C2(H2
118.4

C2(C3(C4
124.6(4)

C2(C3(H3
117.7

C4(C3(H3
117.7

O4B(C4(O4A
123.7(4)

O4B(C4(C3
121.5(4)

O4A(C4(C3
114.8(4)

C4(O4A(H4A
109.5

O21(C22(C23
106.0(5)

O21(C22(H22A
110.5

C23(C22(H22A
110.5

O21(C22(H22B
110.5

C23(C22(H22B
110.5

H22A(C22(H22B
108.7

N24(C23(C22
110.1(4)

N24(C23(H23A
109.6

C22(C23(H23A
109.6

N24(C23(H23B
109.6

C22(C23(H23B
109.6

H23A(C23(H23B
108.1

C23(N24(H24A
109.5

C23(N24(H24B
109.5

H24A(N24(H24B
109.5

C23(N24(H24C
109.5

H24A(N24(H24C
109.5

H24B(N24(H24C
109.5

C22(O21(H21
109.5

O31B(C31(O31A
125.9(5)

O31B(C31(C32
119.2(5)

O31A(C31(C32
114.9(4)

C33(C32(C31
122.8(5)

C33(C32(H32
118.6

C31(C32(H32
118.6

C32(C33(C34
122.7(5)

C32(C33(H33
118.6

C34(C33(H33
118.6

O34A(C34(O34B
124.7(5)

O34A(C34(C33
121.2(5)

O34B(C34(C33
114.1(5)

C31(O31A(H31A
109.5

C34(O34B(H34B
109.5

O41(C42(C43
107.5(4)

O41(C42(H42A
110.2

C43(C42(H42A
110.2

O41(C42(H42B
110.2

C43(C42(H42B
110.2

H42A(C42(H42B
108.5

N44(C43(C42
110.8(4)

N44(C43(H43A
109.5

C42(C43(H43A
109.5

N44(C43(H43B
109.5

C42(C43(H43B
109.5

H43A(C43(H43B
108.1

C43(N44(H44A
109.5

C43(N44(H44B
109.5

H44A(N44(H44B
109.5

C43(N44(H44C
109.5

H44A(N44(H44C
109.5

H44B(N44(H44C
109.5

C42(O41(H41
109.5

O51B(C51(O51A
123.6(5)

O51B(C51(C52
118.2(4)

O51A(C51(C52
118.2(5)

C53(C52(C51
122.5(4)

C53(C52(H52
118.7

C51(C52(H52
118.7

C52(C53(C54
123.7(4)

C52(C53(H53
118.1

C54(C53(H53
118.1

O54B(C54(O54A
123.2(5)

O54B(C54(C53
121.7(4)

O54A(C54(C53
115.0(4)

C54(O54A(H54A
109.5

O61(C62(C63
110.1(5)

O61(C62(H62A
109.6

C63(C62(H62A
109.6

O61(C62(H62B
109.6

C63(C62(H62B
109.6

H62A(C62(H62B
108.2

N64(C63(C62
112.2(4)

N64(C63(H63A
109.2

C62(C63(H63A
109.2

N64(C63(H63B
109.2

C62(C63(H63B
109.2

H63A(C63(H63B
107.9

C63(N64(H64A
109.5

C63(N64(H64B
109.5

H64A(N64(H64B
109.5

C63(N64(H64C
109.5

H64A(N64(H64C
109.5

H64B(N64(H64C
109.5

C62(O61(H61
109.5

O71B(C71(O71A
124.0(5)

O71B(C71(C72
118.8(4)

O71A(C71(C72
117.2(4)

C73(C72(C71
123.4(5)

C73(C72(H72
118.3

C71(C72(H72
118.3

C72(C73(C74
124.2(5)

C72(C73(H73
117.9

C74(C73(H73
117.9

O74A(C74(O74B
125.0(4)

O74A(C74(C73
118.6(4)

O74B(C74(C73
116.3(4)

O81(C82(C83
113.3(5)

O81(C82(H82A
108.9

C83(C82(H82A
108.9

O81(C82(H82B
108.9

C83(C82(H82B
108.9

H82A(C82(H82B
107.7

C82(C83(N84
113.0(5)

C82(C83(H83A
109.0

N84(C83(H83A
109.0

C82(C83(H83B
109.0

N84(C83(H83B
109.0

H83A(C83(H83B
107.8

C83(N84(H84A
109.5

C83(N84(H84B
109.5

H84A(N84(H84B
109.5

C83(N84(H84C
109.5

H84A(N84(H84C
109.5

H84B(N84(H84C
109.5

C82(O81(H81
109.5

	


Symmetry transformations used to generate equivalent atoms: 

	


Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

factor exponent takes the form: (2( 2[h2a*2U11 + ... + 2 h k a* b* U12 ].

Atom
U11
U22
U33
U23
U13
U12
C1
17(3) 
17(3)
18(3) 
(4(2)
(2(2) 
(3(2)

C2
20(3) 
20(3)
16(2) 
(5(2)
(3(2) 
(3(2)

C3
20(3) 
19(3)
15(2) 
(3(2)
3(2) 
(5(2)

C4
10(2) 
17(3)
10(2) 
(3(2)
2(2) 
(3(2)

O1A
33(2) 
12(2)
19(2) 
1(2)
3(2) 
(4(2)

O1B
33(2) 
16(2)
14(2) 
(4(2)
7(2) 
(3(2)

O4A
34(2) 
12(2)
13(2) 
(3(1)
(5(2) 
2(2)

O4B
35(2) 
16(2)
18(2) 
(3(2)
(3(2) 
3(2)

C22
28(3) 
29(3)
34(3) 
6(3)
(10(3) 
(2(3)

C23
14(3) 
36(3)
33(3) 
8(3)
9(2) 
5(2)

N24
24(2) 
19(2)
20(2) 
(2(2)
(2(2) 
6(2)

O21
41(2) 
22(2)
35(2) 
9(2)
(9(2) 
(3(2)

C31
27(3) 
14(3)
11(2) 
1(2)
(3(2) 
2(2)

C32
23(3) 
13(3)
16(2) 
(4(2)
5(2) 
(4(2)

C33
21(3) 
13(2)
13(2) 
1(2)
3(2) 
(1(2)

C34
22(3) 
17(3)
12(2) 
3(2)
8(2) 
(1(2)

O31A
24(2) 
19(2)
20(2) 
(14(2)
1(2) 
(3(2)

O31B
19(2) 
25(2)
24(2) 
(7(2)
(2(2) 
(4(2)

O34A
28(2) 
25(2)
23(2) 
(6(2)
(2(2) 
(4(2)

O34B
30(2) 
20(2)
19(2) 
(11(2)
3(2) 
3(2)

C42
23(3) 
24(3)
33(3) 
0(2)
2(2) 
(6(2)

C43
21(3) 
26(3)
23(3) 
(3(2)
(1(2) 
(2(2)

N44
21(2) 
17(2)
16(2) 
2(2)
1(2) 
0(2)

O41
55(3) 
23(2)
27(2) 
(4(2)
8(2) 
(4(2)

C51
19(3) 
20(3)
17(2) 
(3(2)
(4(2) 
2(2)

C52
23(3) 
15(3)
7(2) 
(5(2)
(2(2) 
1(2)

C53
21(3) 
15(3)
13(2) 
(3(2)
1(2) 
0(2)

C54
20(3) 
9(2)
17(2) 
1(2)
5(2) 
(7(2)

O51A
28(2) 
18(2)
13(2) 
(5(1)
5(2) 
(6(2)

O51B
29(2) 
17(2)
17(2) 
(2(2)
(1(2) 
(7(2)

O54A
32(2) 
16(2)
14(2) 
(6(2)
(1(2) 
(1(2)

O54B
45(3) 
14(2)
21(2) 
(1(2)
5(2) 
3(2)

C62
33(3) 
18(3)
38(3) 
3(3)
(1(3) 
1(2)

C63
25(3) 
37(4)
23(3) 
2(3)
(5(2) 
(5(3)

N64
23(2) 
14(2)
25(2) 
(4(2)
2(2) 
(3(2)

O61
31(2) 
22(2)
38(2) 
9(2)
1(2) 
(1(2)

C71
21(3) 
12(3)
12(2) 
3(2)
6(2) 
(4(2)

C72
18(3) 
16(3)
17(2) 
2(2)
2(2) 
(3(2)

C73
21(3) 
17(3)
17(2) 
(5(2)
(1(2) 
(4(2)

C74
20(3) 
14(3)
13(2) 
(2(2)
0(2) 
1(2)

O71A
21(2) 
18(2)
15(2) 
(5(1)
2(1) 
(1(2)

O71B
26(2) 
20(2)
18(2) 
(8(2)
2(2) 
4(2)

O74A
25(2) 
19(2)
16(2) 
(6(2)
0(2) 
7(2)

O74B
24(2) 
16(2)
19(2) 
(5(2)
(3(2) 
(3(2)

C82
18(3) 
41(4)
32(3) 
(6(3)
5(2) 
(1(3)

C83
27(3) 
27(3)
29(3) 
0(2)
(3(2) 
7(2)

N84
30(3) 
23(2)
16(2) 
(2(2)
0(2) 
(8(2)

O81
32(2) 
44(3)
27(2) 
1(2)
(2(2) 
10(2)

	


Table 5. Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

 N24(H24C...O74A
0.91
1.91
2.791(5)
162.5

 O31A(H31A...O1B
0.84
1.61
2.442(5)
170.8

 O31A(H31A...O1A
0.84
2.64
3.158(5)
121.2

 O34B(H34B...O51A
0.84
1.69
2.519(5)
170.6

 O41(H41...O61
0.84
2.01
2.825(6)
162.3

 N64(H64C...O74B
0.91
2.22
3.019(5)
147.0

 N64(H64C...O4B
0.91
2.46
2.997(5)
117.8

 O4A(H4A...O74B
0.84
1.65
2.461(5)
163.0

 N24(H24A...O31Ai
0.91
2.08
2.945(5)
159.2

 N84(H84B...O51Bi
0.91
1.95
2.789(6)
152.6

 N84(H84B...O34Bi
0.91
2.52
2.960(6)
110.4

 N24(H24B...O4Bii
0.91
2.01
2.848(5)
152.1

 N64(H64A...O31Bii
0.91
1.90
2.787(6)
164.8

 O21(H21...O81iii
0.84
1.91
2.726(5)
163.7

 N44(H44A...O71Aiv
0.91
2.03
2.905(5)
162.1

 O61(H61...O74Aiv
0.84
1.94
2.781(6)
173.5

 N44(H44B...O51Bv
0.91
1.92
2.823(5)
169.1

 N44(H44C...O34Avi
0.91
1.98
2.863(6)
163.3

 N64(H64B...O1Avii
0.91
1.93
2.792(5)
158.0

 O54A(H54A...O71Aviii
0.84
1.63
2.465(5)
172.8

 O54A(H54A...O71Bviii
0.84
2.57
3.102(5)
122.0

 N84(H84A...O54Bix
0.91
1.89
2.772(5)
162.1

 N84(H84C...O71B(x) 
0.91
2.25
2.986(6)
137.3

 O81(H81...O71B(x) 
0.84
1.84
2.648(5)
159.6 
	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+2,(y,(z    (ii) (x+2,(y+1,(z    (iii) x+1,y,z 

(iv)  x(1,y,z    (v) x(1,y+1,z+1    (vi) (x+1,(y,(z    (vii) x,y+1,z 

(viii) x,y(2,z(1    (xi) (x+2,(y(1,(z    (x)  x,y(1,z  
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