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Table 1. Crystal data and structure refinement.



Identification code 
01ESP002    

Empirical formula 
C26H33ClN4O12
Formula weight 
629.01

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
P212121 

Unit cell dimensions
a = 8.4889(2) Å



b = 11.5350(2) Å



c = 31.9275(6) Å


Volume
3126.32(11) Å3
Z
4

Density (calculated)
1.336 Mg / m3
Absorption coefficient
0.188 mm(1
F(000)
1320

Crystal
Colourless Prism

Crystal size
0.10 ( 0.05 ( 0.05 mm3
( range for data collection
2.98 ( 25.03°

Index ranges
(10 ( h ( 10, (13 ( k ( 13, (35 ( l ( 38

Reflections collected
9693

Independent reflections
5286 [Rint = 0.0763]

Completeness to ( = 25.03°
99.1 % 

Max. and min. transmission
0.9907 and 0.9815

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5286 / 0 / 389

Goodness-of-fit on F2
0.988

Final R indices [F2 > 2((F2)]
R1 = 0.0498, wR2 = 0.1105

R indices (all data)
R1 = 0.0784, wR2 = 0.1224

Absolute structure parameter
(0.11(9)

Extinction coefficient
0.0067(10)

Largest diff. peak and hole
0.435 and (0.259 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill Ewald 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
(563(3)
(2409(2)
3657(1)
23(1)
1

N2
54(3)
(3511(2)
3723(1)
23(1)
1

N3
2436(3)
(5426(2)
3173(1)
24(1)
1

N4
3250(3)
(6444(2)
3195(1)
26(1)
1

O1
(2240(3)
(1023(2)
3853(1)
29(1)
1

O2
(2234(3)
(2712(2)
4214(1)
28(1)
1

O3
4315(3)
(6218(2)
2539(1)
34(1)
1

O4
4914(3)
(7746(2)
2962(1)
34(1)
1

O5
1594(3)
(6864(2)
3900(1)
24(1)
1

O6
(1013(3)
(7058(2)
3949(1)
71(1)
1

O7
4244(3)
(5406(2)
4060(1)
24(1)
1

O8
4428(3)
(3582(2)
3806(1)
37(1)
1

O9
1077(3)
(5397(2)
4813(1)
24(1)
1

O10
408(3)
(7247(2)
4926(1)
61(1)
1

O11
3974(3)
(4090(2)
4925(1)
25(1)
1

O12
5826(3)
(4109(2)
5429(1)
35(1)
1

Cl1
1960(1)
872(1)
2396(1)
43(1)
1

C1
1611(4)
(1297(3)
3366(1)
24(1)
1

C2
2215(4)
(540(3)
3071(1)
28(1)
1

C3
1228(5)
(120(3)
2759(1)
28(1)
1

C4
(317(4)
(466(3)
2733(1)
28(1)
1

C5
(911(4)
(1243(3)
3025(1)
25(1)
1

C6
39(4)
(1638(3)
3342(1)
22(1)
1

C7
(1745(4)
(2095(3)
3937(1)
24(1)
1

C8
(3666(4)
(674(3)
4078(1)
32(1)
1

C9
(4144(5)
485(3)
3904(1)
48(1)
1

C10
923(4)
(3938(3)
3433(1)
21(1)
1

C11
1636(4)
(5076(3)
3494(1)
20(1)
1

C12
4172(4)
(6760(3)
2862(1)
28(1)
1

C13
6148(5)
(8138(3)
2671(1)
43(1)
1

C14
7701(5)
(7698(3)
2819(1)
42(1)
1

C15
1461(4)
(5619(3)
3922(1)
22(1)
1

C16
242(5)
(7491(3)
3909(1)
31(1)
1

C17
590(4)
(8751(3)
3873(1)
35(1)
1

C18
2701(4)
(5163(3)
4224(1)
20(1)
1

C19
4995(4)
(4531(3)
3849(1)
28(1)
1

C20
6519(4)
(4942(3)
3675(1)
41(1)
1

C21
2612(4)
(5721(3)
4654(1)
21(1)
1

C22
55(4)
(6238(3)
4921(1)
29(1)
1

C23
(1526(4)
(5740(3)
5013(1)
40(1)
1

C24
3884(4)
(5332(3)
4952(1)
23(1)
1

C25
5080(4)
(3584(3)
5172(1)
25(1)
1

C26
5263(4)
(2324(3)
5072(1)
31(1)
1



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



N1(N2
1.392(4)

N1(C7
1.393(4)

N1(C6
1.436(4)

N2(C10
1.282(4)

N3(C11
1.293(4)

N3(N4
1.365(4)

N4(C12
1.369(4)

O1(C7
1.333(4)

O1(C8
1.464(4)

O2(C7
1.209(4)

O3(C12
1.213(4)

O4(C12
1.338(4)

O4(C13
1.472(4)

O5(C16
1.357(4)

O5(C15
1.443(4)

O6(C16
1.184(4)

O7(C19
1.372(4)

O7(C18
1.438(4)

O8(C19
1.204(4)

O9(C22
1.346(4)

O9(C21
1.447(4)

O10(C22
1.201(4)

O11(C25
1.357(4)

O11(C24
1.438(3)

O12(C25
1.201(4)

Cl1(C3
1.743(4)

C1(C2
1.384(5)

C1(C6
1.394(5)

C2(C3
1.388(5)

C3(C4
1.373(5)

C4(C5
1.387(5)

C5(C6
1.371(5)

C8(C9
1.503(5)

C10(C11
1.458(4)

C11(C15
1.511(5)

C13(C14
1.489(5)

C15(C18
1.522(4)

C16(C17
1.488(5)

C18(C21
1.519(5)

C19(C20
1.485(5)

C21(C24
1.508(4)

C22(C23
1.490(5)

C25(C26
1.496(5)

N2(N1(C7
114.2(3)

N2(N1(C6
122.6(3)

C7(N1(C6
123.1(3)

C10(N2(N1
117.2(3)

C11(N3(N4
119.6(3)

N3(N4(C12
118.6(3)

C7(O1(C8
114.6(3)

C12(O4(C13
116.4(3)

C16(O5(C15
117.6(3)

C19(O7(C18
117.3(3)

C22(O9(C21
118.9(3)

C25(O11(C24
115.5(3)

C2(C1(C6
119.7(3)

C1(C2(C3
119.0(3)

C4(C3(C2
121.2(3)

C4(C3(Cl1
119.5(3)

C2(C3(Cl1
119.3(3)

C3(C4(C5
119.7(3)

C6(C5(C4
119.7(3)

C5(C6(C1
120.7(3)

C5(C6(N1
120.9(3)

C1(C6(N1
118.4(3)

O2(C7(O1
125.8(3)

O2(C7(N1
124.4(3)

O1(C7(N1
109.8(3)

O1(C8(C9
106.6(3)

N2(C10(C11
119.3(3)

N3(C11(C10
113.2(3)

N3(C11(C15
129.7(3)

C10(C11(C15
116.9(3)

O3(C12(O4
126.5(3)

O3(C12(N4
125.5(3)

O4(C12(N4
108.0(3)

O4(C13(C14
109.0(3)

O5(C15(C11
111.2(3)

O5(C15(C18
108.7(3)

C11(C15(C18
111.2(3)

O6(C16(O5
122.6(3)

O6(C16(C17
126.8(3)

O5(C16(C17
110.6(3)

O7(C18(C21
107.0(2)

O7(C18(C15
109.4(3)

C21(C18(C15
113.1(3)

O8(C19(O7
122.6(3)

O8(C19(C20
126.6(3)

O7(C19(C20
110.7(3)

O9(C21(C24
110.2(3)

O9(C21(C18
104.6(2)

C24(C21(C18
114.2(3)

O10(C22(O9
122.7(3)

O10(C22(C23
126.5(3)

O9(C22(C23
110.7(3)

O11(C24(C21
107.2(3)

O12(C25(O11
123.0(3)

O12(C25(C26
125.5(3)

O11(C25(C26
111.5(3)



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
24(2) 
21(2)
23(2) 
1(1)
4(1) 
6(1)

N2
23(2) 
17(2)
29(2) 
(1(1)
0(1) 
3(1)

N3
24(2) 
21(2)
26(2) 
(4(1)
0(1) 
0(1)

N4
30(2) 
24(2)
24(2) 
0(1)
6(1) 
7(1)

O1
30(1) 
25(1)
33(1) 
1(1)
6(1) 
6(1)

O2
30(2) 
26(1)
28(1) 
1(1)
5(1) 
0(1)

O3
36(2) 
38(2)
29(2) 
1(1)
6(1) 
5(1)

O4
33(2) 
29(1)
39(2) 
(3(1)
12(1) 
11(1)

O5
23(1) 
16(1)
34(1) 
0(1)
2(1) 
(1(1)

O6
28(2) 
34(2)
150(4) 
(10(2)
(1(2) 
(6(2)

O7
21(1) 
22(1)
29(1) 
(1(1)
4(1) 
1(1)

O8
31(2) 
34(2)
44(2) 
11(1)
(1(1) 
(7(1)

O9
24(1) 
19(1)
29(1) 
0(1)
6(1) 
(1(1)

O10
43(2) 
21(2)
118(3) 
16(2)
28(2) 
0(1)

O11
28(1) 
16(1)
31(1) 
2(1)
(3(1) 
(4(1)

O12
36(2) 
33(1)
38(2) 
5(1)
(11(1) 
0(1)

Cl1
55(1) 
41(1)
33(1) 
13(1)
4(1) 
(6(1)

C1
25(2) 
28(2)
21(2) 
1(2)
(4(2) 
2(2)

C2
27(2) 
26(2)
30(2) 
(4(2)
2(2) 
1(2)

C3
41(2) 
24(2)
19(2) 
2(2)
3(2) 
(3(2)

C4
37(2) 
24(2)
23(2) 
1(2)
(2(2) 
9(2)

C5
25(2) 
24(2)
27(2) 
(3(2)
(2(2) 
2(2)

C6
23(2) 
19(2)
25(2) 
0(2)
3(2) 
0(2)

C7
27(2) 
22(2)
21(2) 
(6(2)
(1(2) 
3(2)

C8
29(2) 
37(2)
29(2) 
(6(2)
5(2) 
14(2)

C9
44(3) 
46(3)
53(3) 
7(2)
11(2) 
20(2)

C10
19(2) 
23(2)
21(2) 
(1(2)
(2(2) 
(1(2)

C11
15(2) 
21(2)
24(2) 
(3(2)
(5(2) 
(2(2)

C12
22(2) 
27(2)
33(2) 
(7(2)
(8(2) 
4(2)

C13
45(3) 
36(2)
48(3) 
(7(2)
13(2) 
17(2)

C14
43(3) 
35(2)
46(3) 
1(2)
15(2) 
4(2)

C15
22(2) 
13(2)
30(2) 
(3(2)
3(2) 
6(2)

C16
33(2) 
21(2)
37(2) 
(4(2)
(7(2) 
(5(2)

C17
39(2) 
21(2)
46(2) 
(2(2)
2(2) 
(10(2)

C18
16(2) 
22(2)
24(2) 
(4(2)
2(2) 
2(2)

C19
27(2) 
35(2)
22(2) 
1(2)
0(2) 
(8(2)

C20
31(2) 
50(3)
41(3) 
(7(2)
11(2) 
(14(2)

C21
18(2) 
16(2)
30(2) 
0(2)
2(2) 
2(2)

C22
23(2) 
28(2)
35(2) 
5(2)
0(2) 
(5(2)

C23
28(2) 
34(2)
58(3) 
0(2)
8(2) 
(7(2)

C24
26(2) 
15(2)
27(2) 
2(2)
1(2) 
1(2)

C25
23(2) 
24(2)
28(2) 
(5(2)
7(2) 
(3(2)

C26
38(2) 
23(2)
33(2) 
(4(2)
6(2) 
(7(2)



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

Atom 
x
y
z
Ueq
S.o.f.
H4A
3185
(6888
3418
31
1

H1
2265
(1583
3584
29
1

H2
3290
(311
3081
33
1

H4
(976
(175
2517
33
1

H5
(1971
(1501
3006
30
1

H8A
(3452
(612
4382
38
1

H8B
(4515
(1250
4034
38
1

H9A
(5092
758
4048
72
1

H9B
(4363
408
3604
72
1

H9C
(3288
1043
3946
72
1

H10
1101
(3517
3182
25
1

H13A
5928
(7841
2386
51
1

H13B
6164
(8995
2660
51
1

H14A
8530
(7960
2627
63
1

H14B
7913
(7997
3100
63
1

H14C
7682
(6849
2826
63
1

H15
395
(5418
4034
26
1

H17A
1729
(8865
3845
53
1

H17B
56
(9066
3626
53
1

H17C
214
(9153
4125
53
1

H18
2572
(4305
4254
24
1

H20A
6692
(5751
3758
61
1

H20B
7377
(4460
3784
61
1

H20C
6495
(4888
3369
61
1

H21
2661
(6583
4623
25
1

H23A
(1480
(4893
4991
60
1

H23B
(1844
(5957
5298
60
1

H23C
(2296
(6042
4812
60
1

H24A
3623
(5572
5242
27
1

H24B
4906
(5684
4874
27
1

H26A
4520
(2108
4851
47
1

H26B
6342
(2175
4977
47
1

H26C
5048
(1864
5324
47
1



Table 6. Hydrogen bonds [Å and °].

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

 N4(H4A...O5
0.88
2.05
2.698(4)
130.0 
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