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Table 1. Crystal data and structure refinement.


Identification code 
02src141    

Empirical formula 
C14H24N3O5
Formula weight 
314.36

Temperature 
293(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 19.380(2) Å



b = 13.2761(11) Å
( = 91.600(3)°


c = 13.0097(11) Å


Volume
3346.0(5) Å3
Z
8

Density (calculated)
1.248 Mg / m3
Absorption coefficient
0.095 mm(1
F(000)
1352

Crystal
Colourless Block

Crystal size
0.20 ( 0.20 ( 0.15 mm3
( range for data collection
3.15 ( 25.03°

Index ranges
(23 ( h ( 20, (15 ( k ( 15, (15 ( l ( 15

Reflections collected
15984

Independent reflections
5259 [Rint = 0.1193]

Completeness to ( = 25.03°
89.0 % 

Max. and min. transmission
0.9859 and 0.9813

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5259 / 0 / 411

Goodness-of-fit on F2
1.013

Final R indices [F2 > 2((F2)]
R1 = 0.0849, wR2 = 0.2158

R indices (all data)
R1 = 0.1774, wR2 = 0.2612

Largest diff. peak and hole
0.601 and (0.501 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). 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: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). 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:  All hydrogen atoms were placed in idealised positions and refined using a riding model. 

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.
N1
354(2)
4269(3)
3389(3)
36(1)
1

N2
343(2)
5733(3)
2578(3)
37(1)
1

N3
969(2)
5628(3)
4183(3)
33(1)
1

O1
(1010(2)
5016(3)
3683(3)
45(1)
1

O2
260(2)
2621(3)
3795(3)
41(1)
1

O3
1122(2)
3564(3)
4511(3)
36(1)
1

O4
1042(2)
7196(3)
3376(3)
39(1)
1

O5
1561(2)
6868(2)
4917(3)
37(1)
1

C1
(905(3)
4139(4)
3100(4)
36(1)
1

C2
(215(3)
4170(4)
2605(4)
34(1)
1

C3
(115(3)
5105(4)
1944(4)
42(1)
1

C4
585(2)
5265(4)
3416(4)
30(1)
1

C5
564(3)
3411(4)
3926(4)
36(1)
1

C6
1405(3)
2736(4)
5163(4)
35(1)
1

C7
892(3)
2453(5)
5955(5)
49(2)
1

C8
1612(3)
1856(4)
4507(5)
47(2)
1

C9
2042(3)
3206(4)
5652(4)
45(2)
1

C10
1172(3)
6616(4)
4081(4)
33(1)
1

C11
1832(3)
7908(4)
5039(4)
38(1)
1

C12
1232(3)
8649(4)
5050(5)
48(2)
1

C13
2341(3)
8129(5)
4218(5)
54(2)
1

C14
2187(4)
7879(5)
6079(5)
55(2)
1

N4
4490(2)
6604(3)
9353(3)
33(1)
1

N5
4492(2)
7290(3)
10891(4)
40(1)
1

N6
3920(2)
5716(3)
10676(3)
35(1)
1

O6
5861(2)
6284(3)
10140(3)
48(1)
1

O7
4585(2)
6309(3)
7654(3)
41(1)
1

O8
3781(2)
5482(3)
8554(3)
34(1)
1

O9
3858(3)
6360(4)
12336(3)
77(2)
1

O10
3383(2)
4901(3)
11899(3)
54(1)
1

C15
5738(3)
6904(4)
9273(4)
41(1)
1

C16
5033(3)
7382(4)
9312(4)
37(1)
1

C17
4916(3)
7966(4)
10297(4)
42(1)
1

C18
4269(3)
6496(4)
10359(4)
34(1)
1

C19
4297(3)
6115(4)
8446(4)
35(1)
1

C20
3524(3)
4887(4)
7657(4)
39(1)
1

C21
3227(3)
5581(5)
6840(4)
48(2)
1

C22
2953(3)
4262(4)
8126(4)
46(2)
1

C23
4084(3)
4220(5)
7276(5)
52(2)
1

C24
3737(3)
5720(4)
11688(4)
37(1)
1

C25
3158(4)
4682(5)
12953(5)
56(2)
1

C26
2632(4)
5367(9)
13259(6)
118(4)
1

C27
2885(13)
3650(11)
12819(10)
331(17)
1

C28
3741(5)
4685(12)
13678(7)
177(7)
1


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



N1(C5
1.391(7)

N1(C4
1.396(7)

N1(C2
1.487(7)

N2(C4
1.329(6)

N2(C3
1.457(7)

N3(C4
1.319(6)

N3(C10
1.377(7)

O1(C1
1.407(6)

O2(C5
1.213(6)

O3(C5
1.320(6)

O3(C6
1.483(6)

O4(C10
1.219(6)

O5(C10
1.348(6)

O5(C11
1.484(6)

C1(C2
1.501(8)

C2(C3
1.526(8)

C6(C7
1.499(8)

C6(C8
1.508(8)

C6(C9
1.508(8)

C11(C14
1.500(8)

C11(C13
1.502(8)

C11(C12
1.524(8)

N4(C19
1.388(7)

N4(C18
1.396(7)

N4(C16
1.477(7)

N5(C18
1.327(7)

N5(C17
1.453(7)

N6(C18
1.310(7)

N6(C24
1.372(7)

O6(C15
1.410(6)

O7(C19
1.213(6)

O8(C19
1.317(6)

O8(C20
1.483(6)

O9(C24
1.216(7)

O10(C24
1.319(6)

O10(C25
1.480(7)

C15(C16
1.510(8)

C16(C17
1.519(8)

C20(C23
1.496(8)

C20(C21
1.508(8)

C20(C22
1.523(8)

C25(C26
1.432(10)

C25(C28
1.452(12)

C25(C27
1.478(12)

C5(N1(C4
132.3(4)

C5(N1(C2
118.2(4)

C4(N1(C2
109.4(4)

C4(N2(C3
113.1(4)

C4(N3(C10
115.6(4)

C5(O3(C6
120.0(4)

C10(O5(C11
120.4(4)

O1(C1(C2
110.6(4)

N1(C2(C1
111.2(4)

N1(C2(C3
102.2(4)

C1(C2(C3
113.2(5)

N2(C3(C2
103.4(4)

N3(C4(N2
128.9(5)

N3(C4(N1
122.6(5)

N2(C4(N1
108.5(4)

O2(C5(O3
126.9(5)

O2(C5(N1
120.3(5)

O3(C5(N1
112.8(5)

O3(C6(C7
109.7(4)

O3(C6(C8
110.5(4)

C7(C6(C8
112.7(5)

O3(C6(C9
102.7(4)

C7(C6(C9
111.4(5)

C8(C6(C9
109.4(5)

O4(C10(O5
123.4(5)

O4(C10(N3
128.3(5)

O5(C10(N3
108.3(4)

O5(C11(C14
103.0(4)

O5(C11(C13
110.1(5)

C14(C11(C13
110.7(5)

O5(C11(C12
109.5(4)

C14(C11(C12
109.8(5)

C13(C11(C12
113.3(5)

C19(N4(C18
131.8(4)

C19(N4(C16
118.1(4)

C18(N4(C16
110.1(4)

C18(N5(C17
113.3(4)

C18(N6(C24
116.6(5)

C19(O8(C20
119.7(4)

C24(O10(C25
121.6(5)

O6(C15(C16
110.6(5)

N4(C16(C15
110.7(4)

N4(C16(C17
101.8(4)

C15(C16(C17
113.5(5)

N5(C17(C16
103.5(4)

N6(C18(N5
128.9(5)

N6(C18(N4
123.4(5)

N5(C18(N4
107.6(5)

O7(C19(O8
126.4(5)

O7(C19(N4
120.2(5)

O8(C19(N4
113.3(5)

O8(C20(C23
110.2(4)

O8(C20(C21
110.0(4)

C23(C20(C21
113.2(5)

O8(C20(C22
101.9(4)

C23(C20(C22
110.6(5)

C21(C20(C22
110.4(5)

O9(C24(O10
121.5(5)

O9(C24(N6
128.2(5)

O10(C24(N6
110.2(5)

C26(C25(C28
111.5(8)

C26(C25(C27
111.5(12)

C28(C25(C27
110.4(13)

C26(C25(O10
111.3(6)

C28(C25(O10
111.0(6)

C27(C25(O10
100.7(6)



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
N1
40(3) 
31(3)
37(3) 
2(2)
(3(2) 
(2(2)

N2
46(3) 
38(3)
26(2) 
2(2)
(3(2) 
(3(2)

N3
38(3) 
27(2)
34(3) 
1(2)
0(2) 
(5(2)

O1
62(3) 
35(2)
37(2) 
(3(2)
7(2) 
5(2)

O2
44(2) 
34(2)
42(2) 
0(2)
(4(2) 
(6(2)

O3
39(2) 
31(2)
36(2) 
(1(2)
(1(2) 
1(2)

O4
50(2) 
34(2)
34(2) 
6(2)
(4(2) 
(6(2)

O5
45(2) 
27(2)
37(2) 
0(2)
(2(2) 
(8(2)

C1
43(4) 
30(3)
36(3) 
(3(3)
1(3) 
(4(2)

C2
44(4) 
28(3)
31(3) 
(1(3)
0(3) 
(1(2)

C3
56(4) 
38(3)
33(3) 
(2(3)
(1(3) 
(5(3)

C4
28(3) 
32(3)
30(3) 
2(3)
7(2) 
(2(2)

C5
38(3) 
33(3)
37(3) 
(7(3)
4(3) 
2(3)

C6
41(3) 
30(3)
33(3) 
8(3)
(3(3) 
3(2)

C7
54(4) 
48(4)
45(3) 
9(3)
6(3) 
2(3)

C8
49(4) 
36(3)
55(4) 
(8(3)
(2(3) 
7(3)

C9
56(4) 
41(3)
39(3) 
(6(3)
(6(3) 
10(3)

C10
32(3) 
30(3)
36(3) 
(2(3)
(1(3) 
4(2)

C11
51(4) 
28(3)
34(3) 
1(3)
(2(3) 
(6(3)

C12
65(4) 
33(3)
44(3) 
(8(3)
2(3) 
1(3)

C13
56(4) 
55(4)
51(4) 
2(3)
5(3) 
(16(3)

C14
76(5) 
43(4)
43(4) 
4(3)
(15(3) 
(13(3)

N4
42(3) 
29(2)
28(3) 
1(2)
6(2) 
(4(2)

N5
47(3) 
28(3)
44(3) 
(8(2)
1(2) 
(5(2)

N6
44(3) 
33(3)
29(3) 
7(2)
3(2) 
0(2)

O6
66(3) 
37(2)
40(2) 
1(2)
(2(2) 
7(2)

O7
52(2) 
39(2)
32(2) 
6(2)
10(2) 
(1(2)

O8
41(2) 
30(2)
32(2) 
0(2)
4(2) 
(6(2)

O9
115(4) 
74(3)
43(3) 
(12(3)
29(3) 
(52(3)

O10
87(3) 
44(2)
34(2) 
(3(2)
25(2) 
(22(2)

C15
44(4) 
45(3)
35(3) 
8(3)
(2(3) 
(5(3)

C16
43(4) 
32(3)
34(3) 
3(3)
3(2) 
(7(3)

C17
51(4) 
33(3)
41(3) 
(1(3)
5(3) 
(9(3)

C18
37(3) 
32(3)
32(3) 
2(3)
(1(2) 
3(3)

C19
41(3) 
34(3)
30(3) 
0(3)
(2(3) 
3(3)

C20
53(4) 
37(3)
27(3) 
(9(3)
(4(3) 
(5(3)

C21
59(4) 
51(4)
34(3) 
2(3)
0(3) 
(5(3)

C22
60(4) 
39(3)
37(3) 
(7(3)
(9(3) 
(9(3)

C23
71(4) 
40(4)
47(4) 
(10(3)
10(3) 
(1(3)

C24
41(3) 
32(3)
38(4) 
(2(3)
6(3) 
(1(3)

C25
90(5) 
39(4)
40(4) 
(4(3)
24(4) 
(15(3)

C26
77(6) 
199(11)
80(6) 
69(7)
48(5) 
73(7)

C27
700(40) 
186(14)
122(10) 
(92(10)
245(18) 
(300(20)

C28
99(7) 
348(19)
87(6) 
138(10)
51(6) 
113(10)


Table 5. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H1
(967
4881
4297
67
1

H1A
(1267
4082
2573
43
1

H1B
(929
3553
3542
43
1

H2
(150
3561
2193
41
1

H3A
96
4933
1299
51
1

H3B
(551
5442
1799
51
1

H7A
784
3034
6359
73
1

H7B
1085
1938
6395
73
1

H7C
479
2205
5619
73
1

H8A
1205
1513
4254
70
1

H8B
1891
1400
4912
70
1

H8C
1870
2096
3937
70
1

H9A
2339
3442
5125
68
1

H9B
2282
2713
6066
68
1

H9C
1911
3762
6076
68
1

H1C
1025
8696
4373
71
1

H1D
1399
9300
5261
71
1

H1E
895
8418
5522
71
1

H1F
2686
7610
4215
81
1

H1G
2557
8767
4354
81
1

H1H
2104
8150
3560
81
1

H1I
1858
7705
6589
82
1

H1J
2381
8528
6234
82
1

H1K
2548
7383
6079
82
1

H6
5943
5708
9950
72
1

H1L
5769
6505
8652
50
1

H1M
6088
7426
9254
50
1

H16
4953
7818
8713
44
1

H1N
5350
8108
10657
50
1

H1O
4678
8595
10155
50
1

H2A
2916
6048
7147
72
1

H2B
2983
5191
6326
72
1

H2C
3595
5945
6528
72
1

H2D
3138
3895
8707
69
1

H2E
2771
3798
7622
69
1

H2F
2591
4700
8344
69
1

H2G
4437
4626
6978
79
1

H2H
3896
3768
6765
79
1

H2I
4280
3839
7839
79
1

H2J
2822
6032
13325
176
1

H2K
2456
5158
13908
176
1

H2L
2264
5372
12750
176
1

H2M
3019
3248
13405
497
1

H2N
3068
3358
12209
497
1

H2O
2391
3673
12755
497
1

H2P
3877
5367
13822
266
1

H2Q
4120
4328
13388
266
1

H2R
3612
4361
14304
266
1


Table 6. Hydrogen bonds [Å and °].

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

 O1(H1...N3i
0.82
2.09
2.904(5)
171.4

 O1(H1...O3i
0.82
2.60
3.025(5)
113.4

 O6(H6...N6ii
0.82
2.08
2.895(6)
173.5

 O6(H6...O8ii
0.82
2.55
2.967(5)
112.7 



Symmetry transformations used to generate equivalent atoms: 

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