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Table 1. Crystal data and structure refinement.



Identification code 
01ESP001    

Empirical formula 
C36H38N2O10S

Formula weight 
690.74

Temperature 
180(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21 

Unit cell dimensions
a = 7.8231(2) Å



b = 12.9445(3) Å
( = 95.6680(10)°


c = 17.3686(4) Å


Volume
1750.25(7) Å3
Z
2

Density (calculated)
1.311 Mg / m3
Absorption coefficient
0.152 mm(1
F(000)
728

Crystal
Colourless block

Crystal size
0.2 x 0.1 x 0.1 mm3
( range for data collection
2.97 ( 25.03°

Index ranges
(9 ( h ( 9, (15 ( k ( 15, (20 ( l ( 20

Reflections collected
13193

Independent reflections
5997 [Rint = 0.0762]

Completeness to ( = 25.03°
99.7 % 

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5997 / 1 / 448

Goodness-of-fit on F2
1.027

Final R indices [F2 > 2((F2)]
R1 = 0.0418, wR2 = 0.1006

R indices (all data)
R1 = 0.0475, wR2 = 0.1037

Absolute structure parameter
0.01(6)

Extinction coefficient
0.0147(18)

Largest diff. peak and hole
0.173 and (0.243 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.
C1
5026(3)
5533(3)
10448(2)
37(1)
1

C2
5090(4)
5795(3)
11232(2)
50(1)
1

C3
4323(4)
6698(3)
11454(2)
51(1)
1

C4
3488(4)
7325(3)
10913(2)
53(1)
1

C5
3383(4)
7059(3)
10137(2)
43(1)
1

C6
4164(3)
6165(2)
9899(1)
30(1)
1

C7
4103(3)
5911(2)
9049(1)
30(1)
1

C8
4967(3)
7577(2)
8445(2)
32(1)
1

C9
6929(3)
6067(2)
8626(1)
23(1)
1

C10
8770(3)
7613(2)
8887(1)
24(1)
1

C11
9375(3)
8517(2)
8579(2)
33(1)
1

C12
9815(4)
9347(2)
9059(2)
45(1)
1

C13
9635(4)
9292(3)
9845(2)
48(1)
1

C14
9017(4)
8403(3)
10144(2)
43(1)
1

C15
8592(3)
7549(2)
9671(2)
32(1)
1

C16
9353(3)
6381(2)
7874(1)
20(1)
1

C17
8729(3)
5547(2)
7294(1)
20(1)
1

C18
9698(3)
4542(2)
7432(1)
21(1)
1

C19
8904(3)
3664(2)
7684(1)
23(1)
1

C20
9826(3)
2759(2)
7812(1)
29(1)
1

C21
11552(3)
2716(2)
7687(2)
31(1)
1

C22
12357(3)
3593(2)
7439(2)
33(1)
1

C23
11433(3)
4505(2)
7308(1)
26(1)
1

C24
8374(3)
5902(2)
6468(1)
20(1)
1

C25
8559(3)
7020(2)
6246(1)
18(1)
1

C26
11333(3)
7842(2)
6445(1)
22(1)
1

C27
13181(3)
7606(2)
6379(2)
31(1)
1

C28
7336(3)
7333(2)
5550(1)
18(1)
1

C29
6301(3)
6086(2)
4601(1)
23(1)
1

C30
6749(3)
5561(2)
3886(2)
34(1)
1

C31
7579(3)
8451(2)
5300(1)
19(1)
1

C32
8153(3)
9953(2)
6064(2)
28(1)
1

C33
7894(4)
10444(2)
6823(2)
37(1)
1

C34
6444(3)
8772(2)
4589(1)
21(1)
1

C35
3688(3)
8067(2)
4133(1)
21(1)
1

C36
1873(3)
7974(2)
4320(2)
27(1)
1

N1
8255(2)
6751(2)
8387(1)
22(1)
1

N2
5384(3)
6511(2)
8667(1)
25(1)
1

O1
7284(2)
5173(1)
8779(1)
30(1)
1

O2
10795(2)
6738(1)
7843(1)
25(1)
1

O3
10331(2)
7100(1)
6077(1)
21(1)
1

O4
10786(2)
8570(1)
6772(1)
28(1)
1

O5
7630(2)
6695(1)
4899(1)
21(1)
1

O6
4966(2)
6018(1)
4887(1)
30(1)
1

O7
7233(2)
9057(1)
5963(1)
21(1)
1

O8
9045(2)
10273(1)
5595(1)
36(1)
1

O9
4656(2)
8589(1)
4698(1)
21(1)
1

O10
4253(2)
7722(1)
3564(1)
27(1)
1

S1
6485(1)
5512(1)
6916(1)
21(1)
1



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



C1(C6
1.380(4)

C1(C2
1.398(4)

C2(C3
1.385(5)

C3(C4
1.359(5)

C4(C5
1.384(5)

C5(C6
1.391(4)

C6(C7
1.509(4)

C7(N2
1.476(3)

C8(N2
1.462(4)

C9(O1
1.213(3)

C9(N2
1.347(3)

C9(N1
1.455(3)

C10(C15
1.386(4)

C10(C11
1.389(4)

C10(N1
1.446(3)

C11(C12
1.381(4)

C12(C13
1.388(5)

C13(C14
1.370(5)

C14(C15
1.397(4)

C16(O2
1.225(3)

C16(N1
1.383(3)

C16(C17
1.524(3)

C17(C24
1.505(3)

C17(C18
1.513(3)

C17(S1
1.813(2)

C18(C19
1.387(3)

C18(C23
1.396(3)

C19(C20
1.383(4)

C20(C21
1.390(4)

C21(C22
1.388(4)

C22(C23
1.391(4)

C24(C25
1.509(3)

C24(S1
1.808(2)

C25(O3
1.449(3)

C25(C28
1.521(3)

C26(O4
1.201(3)

C26(O3
1.358(3)

C26(C27
1.493(3)

C28(O5
1.436(3)

C28(C31
1.528(3)

C29(O6
1.203(3)

C29(O5
1.365(3)

C29(C30
1.488(4)

C31(O7
1.442(3)

C31(C34
1.507(3)

C32(O8
1.198(3)

C32(O7
1.368(3)

C32(C33
1.494(4)

C34(O9
1.450(3)

C35(O10
1.208(3)

C35(O9
1.358(3)

C35(C36
1.492(4)

C6(C1(C2
119.8(3)

C3(C2(C1
120.0(3)

C4(C3(C2
120.2(3)

C3(C4(C5
120.2(3)

C4(C5(C6
120.6(3)

C1(C6(C5
119.2(3)

C1(C6(C7
120.9(2)

C5(C6(C7
119.9(2)

N2(C7(C6
111.6(2)

O1(C9(N2
125.6(2)

O1(C9(N1
119.3(2)

N2(C9(N1
115.1(2)

C15(C10(C11
120.0(3)

C15(C10(N1
119.7(2)

C11(C10(N1
120.3(2)

C12(C11(C10
119.9(3)

C11(C12(C13
120.6(3)

C14(C13(C12
119.3(3)

C13(C14(C15
120.9(3)

C10(C15(C14
119.3(3)

O2(C16(N1
122.1(2)

O2(C16(C17
118.3(2)

N1(C16(C17
119.5(2)

C24(C17(C18
117.17(19)

C24(C17(C16
115.5(2)

C18(C17(C16
112.38(18)

C24(C17(S1
65.28(12)

C18(C17(S1
119.24(17)

C16(C17(S1
119.51(16)

C19(C18(C23
119.6(2)

C19(C18(C17
121.4(2)

C23(C18(C17
119.0(2)

C20(C19(C18
120.1(2)

C19(C20(C21
120.6(2)

C22(C21(C20
119.6(2)

C21(C22(C23
120.1(2)

C22(C23(C18
120.1(2)

C17(C24(C25
121.5(2)

C17(C24(S1
65.59(12)

C25(C24(S1
118.70(16)

O3(C25(C24
103.74(17)

O3(C25(C28
111.03(17)

C24(C25(C28
112.94(19)

O4(C26(O3
124.1(2)

O4(C26(C27
126.1(2)

O3(C26(C27
109.7(2)

O5(C28(C25
109.62(18)

O5(C28(C31
106.71(17)

C25(C28(C31
113.06(18)

O6(C29(O5
123.1(2)

O6(C29(C30
126.6(2)

O5(C29(C30
110.3(2)

O7(C31(C34
111.30(18)

O7(C31(C28
104.47(17)

C34(C31(C28
114.48(19)

O8(C32(O7
122.7(2)

O8(C32(C33
126.3(2)

O7(C32(C33
111.0(2)

O9(C34(C31
110.24(18)

O10(C35(O9
123.5(2)

O10(C35(C36
125.5(2)

O9(C35(C36
110.9(2)

C16(N1(C10
120.0(2)

C16(N1(C9
118.57(19)

C10(N1(C9
117.59(19)

C9(N2(C8
124.6(2)

C9(N2(C7
116.9(2)

C8(N2(C7
118.1(2)

C26(O3(C25
118.32(17)

C29(O5(C28
117.09(18)

C32(O7(C31
115.20(19)

C35(O9(C34
117.59(18)

C24(S1(C17
49.13(10)



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
34(2) 
43(2)
34(2) 
2(1)
5(1) 
(7(1)

C2
42(2) 
72(2)
34(2) 
9(2)
(2(1) 
(14(2)

C3
42(2) 
80(3)
33(2) 
(15(2)
14(1) 
(18(2)

C4
46(2) 
72(2)
45(2) 
(14(2)
22(2) 
4(2)

C5
34(2) 
61(2)
36(2) 
(5(2)
15(1) 
8(2)

C6
17(1) 
43(2)
30(1) 
(1(1)
7(1) 
(7(1)

C7
21(1) 
40(1)
29(1) 
0(1)
7(1) 
(5(1)

C8
24(1) 
38(2)
33(1) 
(1(1)
0(1) 
7(1)

C9
22(1) 
30(2)
17(1) 
(3(1)
4(1) 
0(1)

C10
19(1) 
31(1)
22(1) 
(4(1)
(2(1) 
3(1)

C11
34(2) 
33(1)
31(1) 
(6(1)
4(1) 
(2(1)

C12
49(2) 
35(2)
50(2) 
(12(2)
5(1) 
(9(1)

C13
45(2) 
48(2)
49(2) 
(24(2)
(3(1) 
(5(2)

C14
42(2) 
60(2)
26(1) 
(15(2)
(5(1) 
5(2)

C15
29(1) 
40(2)
26(1) 
(3(1)
(1(1) 
6(1)

C16
19(1) 
23(1)
18(1) 
3(1)
1(1) 
2(1)

C17
15(1) 
23(1)
21(1) 
2(1)
4(1) 
(1(1)

C18
24(1) 
22(1)
16(1) 
(2(1)
3(1) 
2(1)

C19
25(1) 
27(1)
18(1) 
(2(1)
2(1) 
2(1)

C20
40(2) 
23(1)
23(1) 
(1(1)
0(1) 
2(1)

C21
37(2) 
29(1)
28(1) 
(1(1)
3(1) 
16(1)

C22
29(1) 
36(1)
33(1) 
(1(1)
8(1) 
12(1)

C23
24(1) 
28(1)
27(1) 
0(1)
7(1) 
2(1)

C24
15(1) 
22(1)
23(1) 
(1(1)
2(1) 
0(1)

C25
11(1) 
23(1)
22(1) 
(1(1)
5(1) 
0(1)

C26
18(1) 
24(1)
23(1) 
9(1)
2(1) 
(1(1)

C27
15(1) 
44(2)
34(1) 
6(1)
2(1) 
0(1)

C28
14(1) 
22(1)
19(1) 
(3(1)
5(1) 
0(1)

C29
22(1) 
17(1)
30(1) 
1(1)
(4(1) 
2(1)

C30
27(1) 
34(1)
39(1) 
(13(1)
(3(1) 
7(1)

C31
17(1) 
20(1)
22(1) 
(2(1)
7(1) 
2(1)

C32
23(1) 
17(1)
40(2) 
1(1)
(12(1) 
3(1)

C33
40(2) 
25(1)
43(2) 
(7(1)
(13(1) 
6(1)

C34
15(1) 
25(1)
24(1) 
3(1)
4(1) 
(1(1)

C35
20(1) 
21(1)
22(1) 
6(1)
(1(1) 
0(1)

C36
22(1) 
36(2)
24(1) 
5(1)
0(1) 
(2(1)

N1
19(1) 
25(1)
22(1) 
(1(1)
4(1) 
0(1)

N2
19(1) 
33(1)
24(1) 
(1(1)
4(1) 
0(1)

O1
33(1) 
28(1)
29(1) 
5(1)
10(1) 
4(1)

O2
15(1) 
32(1)
27(1) 
0(1)
2(1) 
(2(1)

O3
12(1) 
28(1)
23(1) 
2(1)
5(1) 
1(1)

O4
20(1) 
26(1)
38(1) 
3(1)
2(1) 
(3(1)

O5
17(1) 
25(1)
21(1) 
(5(1)
2(1) 
1(1)

O6
24(1) 
27(1)
38(1) 
(3(1)
3(1) 
(6(1)

O7
19(1) 
18(1)
25(1) 
(3(1)
1(1) 
0(1)

O8
27(1) 
29(1)
50(1) 
7(1)
(1(1) 
(8(1)

O9
16(1) 
26(1)
20(1) 
0(1)
2(1) 
1(1)

O10
28(1) 
28(1)
24(1) 
(3(1)
5(1) 
(1(1)

S1
17(1) 
24(1)
23(1) 
3(1)
1(1) 
(2(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
5573
4922
10295
44
1

H2
5660
5354
11612
60
1

H3
4381
6879
11985
61
1

H4
2975
7947
11067
64
1

H5
2771
7492
9764
52
1

H7A
4324
5165
8987
36
1

H7B
2940
6064
8796
36
1

H8A
5171
8027
8899
47
1

H8B
3756
7621
8240
47
1

H8C
5693
7799
8047
47
1

H11
9487
8565
8041
39
1

H12
10243
9962
8848
54
1

H13
9938
9864
10172
57
1

H14
8875
8366
10680
52
1

H15
8185
6931
9885
38
1

H19
7723
3685
7769
28
1

H20
9276
2161
7988
34
1

H21
12177
2089
7770
37
1

H22
13540
3571
7358
39
1

H23
11983
5103
7133
31
1

H24
8738
5400
6078
24
1

H25
8368
7472
6697
22
1

H27A
13842
8250
6403
46
1

H27B
13295
7259
5885
46
1

H27C
13620
7153
6806
46
1

H28
6126
7236
5675
22
1

H30A
5925
5004
3750
50
1

H30B
7909
5271
3975
50
1

H30C
6709
6061
3461
50
1

H31
8806
8553
5203
23
1

H33A
9013
10604
7102
56
1

H33B
7267
9968
7131
56
1

H33C
7232
11083
6732
56
1

H34A
6621
9514
4485
25
1

H34B
6757
8374
4136
25
1

H36A
1098
8025
3842
41
1

H36B
1619
8532
4673
41
1

H36C
1710
7306
4567
41
1
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