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Table 1. Crystal data and structure refinement.

	


Identification code 
02sot039b    

Empirical formula 
C34H31N7O12S2
Formula weight 
793.78

Temperature 
120(2) K

Wavelength 
0.71069 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.608(5) Å
( = 67.786(5)°


b = 15.212(5) Å
( = 84.475(5)°


c = 15.257(5) Å
(  = 73.886(5)°

Volume
1776.8(13) Å3
Z
2

Density (calculated)
1.484 Mg / m3
Absorption coefficient
0.225 mm(1
F(000)
824

Crystal
Colourless Plate

Crystal size
0.15 ( 0.10 ( 0.02 mm3
( range for data collection
3.16 ( 25.03°

Index ranges
(10 ( h ( 10, (18 ( k ( 18, (18 ( l ( 18

Reflections collected
19499

Independent reflections
6028 [Rint = 0.1126]

Completeness to ( = 25.03°
96.3 % 

Max. and min. transmission
0.9955 and 0.9670

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6028 / 0 / 501

Goodness-of-fit on F2
0.909

Final R indices [F2 > 2((F2)]
R1 = 0.0559, wR2 = 0.0998

R indices (all data)
R1 = 0.1424, wR2 = 0.1242

Extinction coefficient
0.0025(6)

Largest diff. peak and hole
0.297 and (0.310 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.
C1
1869(4)
4926(3)
1351(3)
23(1)
1

C2
499(4)
5698(3)
1105(3)
22(1)
1

C3
(24(5)
6250(3)
184(3)
24(1)
1

C4
934(4)
5971(3)
(500(3)
22(1)
1

C5
2313(4)
5204(3)
(308(3)
22(1)
1

C6
2797(4)
4680(3)
632(3)
22(1)
1

C7
5198(4)
3451(3)
369(3)
21(1)
1

C8
6454(4)
2562(3)
902(3)
20(1)
1

C9
6793(4)
2024(3)
1852(3)
21(1)
1

C10
8279(4)
1314(3)
1905(3)
20(1)
1

C11
8788(4)
1438(3)
978(3)
20(1)
1

C12
10223(4)
844(3)
665(3)
21(1)
1

C13
11846(4)
761(3)
(742(3)
22(1)
1

C14
12037(5)
1309(3)
(1689(3)
24(1)
1

C15
13384(4)
976(3)
(2157(3)
23(1)
1

C16
14575(4)
121(3)
(1734(3)
23(1)
1

C17
14315(4)
(401(3)
(809(3)
22(1)
1

C18
12992(4)
(119(3)
(298(3)
21(1)
1

C19
5763(4)
2147(3)
2660(3)
23(1)
1

C20
6320(5)
2406(3)
3331(3)
27(1)
1

C21
5333(5)
2555(3)
4060(3)
33(1)
1

C22
3782(5)
2440(3)
4127(3)
33(1)
1

C23
3222(5)
2180(3)
3474(3)
30(1)
1

C24
4212(5)
2026(3)
2748(3)
25(1)
1

C25
9112(4)
569(3)
2797(3)
22(1)
1

C26
10704(4)
483(3)
2988(3)
25(1)
1

C27
11446(5)
(205(3)
3829(3)
32(1)
1

C28
10599(6)
(810(3)
4483(3)
38(1)
1

C29
9007(6)
(725(3)
4313(3)
35(1)
1

C30
8266(5)
(23(3)
3475(3)
28(1)
1

C31
7663(5)
5259(3)
4853(3)
41(1)
1

C32
9243(5)
3597(3)
4584(3)
45(1)
1

C33
7290(7)
2044(4)
7351(4)
59(2)
1

C34
5679(6)
3761(5)
7450(4)
67(2)
1

N1
(469(4)
5927(3)
1879(3)
30(1)
1

N2
413(4)
6506(2)
(1489(2)
26(1)
1

N3
4153(4)
3873(2)
920(2)
25(1)
1

N4
7654(3)
2207(2)
379(2)
19(1)
1

N5
10493(4)
1152(2)
(291(2)
24(1)
1

N6
13551(4)
1585(3)
(3156(2)
29(1)
1

N7
15525(4)
(1327(2)
(309(3)
24(1)
1

O1
52(3)
5475(2)
2690(2)
34(1)
1

O2
(1755(3)
6564(2)
1662(2)
39(1)
1

O3
(786(4)
7208(2)
(1671(2)
39(1)
1

O4
1190(3)
6215(2)
(2095(2)
36(1)
1

O5
5147(3)
3793(2)
(492(2)
28(1)
1

O6
11102(3)
112(2)
1232(2)
30(1)
1

O7
12495(4)
2339(2)
(3523(2)
42(1)
1

O8
14744(4)
1290(2)
(3580(2)
43(1)
1

O9
16663(3)
(1620(2)
(767(2)
34(1)
1

O10
15345(3)
(1748(2)
539(2)
32(1)
1

O11
6356(3)
3780(2)
5339(2)
35(1)
1

O12
8331(3)
2750(2)
8434(2)
27(1)
1

S1
7234(1)
4352(1)
4524(1)
34(1)
1

S2
7681(1)
3080(1)
7437(1)
27(1)
1

	


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

	


C1(C2
1.376(5)

C1(C6
1.398(5)

C2(C3
1.379(5)

C2(N1
1.473(5)

C3(C4
1.387(5)

C4(C5
1.377(5)

C4(N2
1.463(5)

C5(C6
1.390(5)

C6(N3
1.400(5)

C7(O5
1.216(4)

C7(N3
1.368(5)

C7(C8
1.478(5)

C8(N4
1.362(5)

C8(C9
1.381(5)

C9(C10
1.413(5)

C9(C19
1.489(5)

C10(C11
1.396(5)

C10(C25
1.491(5)

C11(N4
1.374(5)

C11(C12
1.471(5)

C12(O6
1.221(4)

C12(N5
1.371(5)

C13(C14
1.389(5)

C13(C18
1.391(5)

C13(N5
1.398(5)

C14(C15
1.377(5)

C15(C16
1.382(5)

C15(N6
1.473(5)

C16(C17
1.365(5)

C17(C18
1.377(5)

C17(N7
1.476(5)

C19(C24
1.385(5)

C19(C20
1.391(5)

C20(C21
1.383(5)

C21(C22
1.383(6)

C22(C23
1.370(6)

C23(C24
1.384(5)

C25(C30
1.388(5)

C25(C26
1.388(5)

C26(C27
1.385(6)

C27(C28
1.383(6)

C28(C29
1.381(6)

C29(C30
1.388(6)

C31(S1
1.769(4)

C32(S1
1.780(4)

C33(S2
1.753(5)

C34(S2
1.749(5)

N1(O1
1.223(4)

N1(O2
1.228(4)

N2(O3
1.226(4)

N2(O4
1.235(4)

N6(O7
1.220(4)

N6(O8
1.229(4)

N7(O10
1.223(4)

N7(O9
1.229(4)

O11(S1
1.497(3)

O12(S2
1.520(3)

C2(C1(C6
118.7(4)

C1(C2(C3
123.8(3)

C1(C2(N1
117.4(3)

C3(C2(N1
118.8(3)

C2(C3(C4
115.1(4)

C5(C4(C3
124.4(4)

C5(C4(N2
117.8(3)

C3(C4(N2
117.7(3)

C4(C5(C6
118.1(4)

C5(C6(C1
119.9(4)

C5(C6(N3
123.5(3)

C1(C6(N3
116.5(3)

O5(C7(N3
123.2(4)

O5(C7(C8
122.1(3)

N3(C7(C8
114.6(3)

N4(C8(C9
109.2(3)

N4(C8(C7
116.2(3)

C9(C8(C7
134.4(3)

C8(C9(C10
106.7(3)

C8(C9(C19
126.5(3)

C10(C9(C19
126.7(3)

C11(C10(C9
107.4(3)

C11(C10(C25
127.3(3)

C9(C10(C25
125.3(3)

N4(C11(C10
107.7(3)

N4(C11(C12
124.4(3)

C10(C11(C12
127.9(3)

O6(C12(N5
122.5(3)

O6(C12(C11
121.2(3)

N5(C12(C11
116.3(3)

C14(C13(C18
119.3(3)

C14(C13(N5
116.5(3)

C18(C13(N5
124.1(3)

C15(C14(C13
118.9(4)

C14(C15(C16
123.6(4)

C14(C15(N6
117.1(3)

C16(C15(N6
119.3(3)

C17(C16(C15
115.3(3)

C16(C17(C18
124.3(4)

C16(C17(N7
118.6(3)

C18(C17(N7
117.0(3)

C17(C18(C13
118.5(4)

C24(C19(C20
118.7(3)

C24(C19(C9
120.4(3)

C20(C19(C9
120.9(3)

C21(C20(C19
120.5(4)

C20(C21(C22
119.8(4)

C23(C22(C21
120.2(4)

C22(C23(C24
120.0(4)

C23(C24(C19
120.8(4)

C30(C25(C26
118.8(4)

C30(C25(C10
119.7(3)

C26(C25(C10
121.4(3)

C27(C26(C25
120.4(4)

C28(C27(C26
119.9(4)

C29(C28(C27
120.5(4)

C28(C29(C30
119.1(4)

C25(C30(C29
121.1(4)

O1(N1(O2
124.3(3)

O1(N1(C2
118.5(3)

O2(N1(C2
117.2(3)

O3(N2(O4
123.4(3)

O3(N2(C4
118.4(3)

O4(N2(C4
118.2(3)

C7(N3(C6
128.1(3)

C8(N4(C11
109.0(3)

C12(N5(C13
126.4(3)

O7(N6(O8
123.6(3)

O7(N6(C15
118.8(3)

O8(N6(C15
117.5(3)

O10(N7(O9
124.1(3)

O10(N7(C17
118.0(3)

O9(N7(C17
117.9(3)

O11(S1(C31
106.3(2)

O11(S1(C32
106.1(2)

C31(S1(C32
98.0(2)

O12(S2(C34
105.52(19)

O12(S2(C33
106.0(2)

C34(S2(C33
98.3(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
C1
21(2) 
19(2)
27(2) 
(7(2)
(1(2) 
(6(2)

C2
20(2) 
21(2)
27(2) 
(13(2)
7(2) 
(7(2)

C3
19(2) 
17(2)
37(3) 
(12(2)
(3(2) 
(2(2)

C4
18(2) 
20(2)
27(2) 
(7(2)
(2(2) 
(5(2)

C5
20(2) 
22(2)
26(2) 
(10(2)
1(2) 
(8(2)

C6
18(2) 
16(2)
29(2) 
(6(2)
3(2) 
(2(2)

C7
20(2) 
21(2)
23(3) 
(11(2)
2(2) 
(6(2)

C8
22(2) 
19(2)
18(2) 
(7(2)
(1(2) 
(2(2)

C9
16(2) 
23(2)
26(2) 
(12(2)
1(2) 
(6(2)

C10
20(2) 
21(2)
19(2) 
(8(2)
(1(2) 
(4(2)

C11
19(2) 
21(2)
21(2) 
(8(2)
2(2) 
(8(2)

C12
19(2) 
25(2)
19(2) 
(9(2)
(1(2) 
(6(2)

C13
20(2) 
23(2)
22(2) 
(10(2)
3(2) 
(3(2)

C14
21(2) 
25(2)
25(2) 
(9(2)
(1(2) 
(5(2)

C15
23(2) 
25(2)
21(2) 
(9(2)
2(2) 
(8(2)

C16
19(2) 
27(2)
26(2) 
(15(2)
2(2) 
(6(2)

C17
17(2) 
21(2)
28(2) 
(12(2)
(1(2) 
(2(2)

C18
21(2) 
22(2)
23(2) 
(11(2)
1(2) 
(5(2)

C19
24(2) 
21(2)
19(2) 
(7(2)
4(2) 
(2(2)

C20
19(2) 
37(3)
24(2) 
(12(2)
4(2) 
(7(2)

C21
38(3) 
38(3)
27(3) 
(18(2)
(2(2) 
(7(2)

C22
32(3) 
40(3)
26(2) 
(15(2)
7(2) 
(5(2)

C23
23(2) 
42(3)
28(2) 
(16(2)
5(2) 
(9(2)

C24
25(2) 
28(2)
22(2) 
(11(2)
0(2) 
(6(2)

C25
22(2) 
24(2)
19(2) 
(12(2)
0(2) 
0(2)

C26
21(2) 
26(2)
25(2) 
(11(2)
2(2) 
(1(2)

C27
30(3) 
32(3)
30(3) 
(13(2)
(9(2) 
2(2)

C28
44(3) 
28(3)
30(3) 
(9(2)
(12(2) 
6(2)

C29
51(3) 
26(2)
25(3) 
(2(2)
(2(2) 
(14(2)

C30
28(2) 
29(2)
27(2) 
(11(2)
(1(2) 
(7(2)

C31
33(3) 
35(3)
55(3) 
(14(2)
1(2) 
(11(2)

C32
35(3) 
36(3)
54(3) 
(15(2)
9(2) 
(2(2)

C33
99(5) 
37(3)
46(3) 
(9(3)
(25(3) 
(24(3)

C34
41(3) 
98(5)
44(3) 
(35(3)
(20(2) 
31(3)

N1
26(2) 
27(2)
36(2) 
(15(2)
3(2) 
(3(2)

N2
21(2) 
25(2)
32(2) 
(8(2)
(3(2) 
(7(2)

N3
25(2) 
25(2)
20(2) 
(8(2)
(2(1) 
2(2)

N4
20(2) 
20(2)
18(2) 
(7(1)
0(1) 
(3(1)

N5
18(2) 
24(2)
23(2) 
(7(2)
0(1) 
3(2)

N6
30(2) 
34(2)
26(2) 
(15(2)
4(2) 
(7(2)

N7
20(2) 
24(2)
32(2) 
(14(2)
(1(2) 
(3(2)

O1
39(2) 
31(2)
27(2) 
(9(2)
5(1) 
(4(2)

O2
24(2) 
43(2)
47(2) 
(22(2)
2(1) 
5(2)

O3
35(2) 
31(2)
37(2) 
(6(1)
(9(1) 
3(2)

O4
36(2) 
36(2)
25(2) 
(7(1)
1(1) 
0(2)

O5
29(2) 
28(2)
23(2) 
(8(1)
2(1) 
(2(1)

O6
28(2) 
26(2)
23(2) 
(4(1)
0(1) 
8(1)

O7
49(2) 
33(2)
25(2) 
(2(1)
5(1) 
5(2)

O8
35(2) 
54(2)
29(2) 
(11(2)
9(1) 
(4(2)

O9
22(2) 
39(2)
39(2) 
(22(2)
0(1) 
5(1)

O10
31(2) 
28(2)
29(2) 
(7(1)
(2(1) 
0(1)

O11
33(2) 
36(2)
33(2) 
(7(1)
1(1) 
(15(2)

O12
23(2) 
33(2)
21(2) 
(11(1)
(3(1) 
1(1)

S1
32(1) 
34(1)
30(1) 
(6(1)
(4(1) 
(7(1)

S2
27(1) 
27(1)
23(1) 
(8(1)
(2(1) 
(3(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
2179
4567
1996
27
1

H3
(972
6782
29
29
1

H5
2917
5038
(804
26
1

H14
11252
1903
(2009
28
1

H16
15509
(88
(2064
27
1

H18
12866
(517
342
26
1

H20
7387
2482
3287
32
1

H21
5719
2735
4513
39
1

H22
3103
2542
4627
40
1

H23
2154
2105
3521
36
1

H24
3823
1834
2304
30
1

H26
11287
898
2540
30
1

H27
12536
(260
3956
38
1

H28
11117
(1288
5054
45
1

H29
8426
(1141
4763
42
1

H30
7161
53
3364
33
1

H31A
6649
5728
4904
62
1

H31B
8345
5607
4371
62
1

H31C
8232
4944
5465
62
1

H32A
9671
3357
5229
67
1

H32B
9925
3982
4141
67
1

H32C
9239
3036
4416
67
1

H33A
8310
1542
7394
89
1

H33B
6760
2232
6742
89
1

H33C
6581
1780
7868
89
1

H34A
5084
3355
7944
101
1

H34B
5169
3963
6833
101
1

H34C
5664
4346
7582
101
1

H3A
4359
3603
1532
30
1

H4
7697
2433
(244
23
1

H5A
9742
1644
(656
28
1

	


Table 6. Hydrogen bonds [Å and °].

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

 N4(H4...O12i
0.88
1.95
2.812(4)
166.2

 N5(H5A...O12i
0.88
1.91
2.787(4)
172.5 

	


Symmetry transformations used to generate equivalent atoms: 

(i) x,y,z(1  
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