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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src1207 / Stz + Glucose  

Empirical formula 
C17H25N3O8S2
Formula weight 
463.52

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
P212121 

Unit cell dimensions
a = 9.1633(5) Å
( = 90°


b = 27.6017(15) Å
( = 90°


c = 8.0214(4) Å
(  = 90°

Volume
2028.79(19) Å3
Z
4

Density (calculated)
1.518 Mg / m3
Absorption coefficient
0.314 mm(1
F(000)
976

Crystal
slab; colourless

Crystal size
0.42 ( 0.18 ( 0.07 mm3
( range for data collection
3.14 ( 27.48°

Index ranges
(11 ( h ( 11, (35 ( k ( 35, (10 ( l ( 10

Reflections collected
14775

Independent reflections
4583 [Rint = 0.0427]

Completeness to ( = 27.48°
99.4 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9783 and 0.8793

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4583 / 0 / 300

Goodness-of-fit on F2
1.083

Final R indices [F2 > 2((F2)]
R1 = 0.0399, wR2 = 0.0929

R indices (all data)
R1 = 0.0453, wR2 = 0.0959

Absolute structure parameter
(0.05(7)

Largest diff. peak and hole
0.458 and (0.294 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).
Special details: 

Only C-H hydrogen atoms were fixed.

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
2364(3)
9273(1)
2896(4)
26(1)
1

C2
781(3)
9438(1)
2718(4)
24(1)
1

C3
301(3)
9712(1)
4257(4)
23(1)
1

C4
577(3)
9404(1)
5807(3)
22(1)
1

C5
2156(3)
9236(1)
5859(3)
24(1)
1

C6
2439(3)
8883(1)
7260(3)
24(1)
1

C7
4210(3)
8814(1)
1349(3)
22(1)
1

C8
5383(3)
9117(1)
1728(4)
25(1)
1

C9
6813(3)
8961(1)
1478(3)
24(1)
1

C10
7072(3)
8500(1)
858(3)
19(1)
1

C11
5898(3)
8197(1)
456(3)
23(1)
1

C12
4486(3)
8356(1)
699(3)
24(1)
1

C13
9337(3)
7909(1)
3370(3)
19(1)
1

C14
8612(3)
7190(1)
5033(3)
26(1)
1

C15
9437(3)
7503(1)
5867(3)
24(1)
1

N1
2764(3)
8972(1)
1528(3)
25(1)
1

N2
9627(2)
8277(1)
2371(3)
20(1)
1

N3
9831(2)
7902(1)
4941(3)
21(1)
1

O1
2502(2)
8981(1)
4365(2)
26(1)
1

O2
610(2)
9752(1)
1304(3)
29(1)
1

O3
(1230(2)
9810(1)
4194(3)
28(1)
1

O4
284(2)
9657(1)
7322(3)
28(1)
1

O5
1463(2)
8479(1)
7175(2)
23(1)
1

O6
9643(2)
8692(1)
(274(2)
24(1)
1

O7
8845(2)
7842(1)
(266(2)
24(1)
1

S1
8878(1)
8303(1)
571(1)
18(1)
1

S2
8334(1)
7385(1)
2994(1)
23(1)
1

C21
6259(3)
9143(1)
6726(4)
31(1)
1

C22
6993(3)
8688(1)
6101(4)
32(1)
1

O21
7255(2)
9538(1)
6937(3)
30(1)
1

	


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

	


C1(N1
1.425(4)

C1(O1
1.432(3)

C1(C2
1.527(4)

C1(H1
1.0000

C2(O2
1.436(3)

C2(C3
1.514(4)

C2(H2
1.0000

C3(O3
1.429(3)

C3(C4
1.528(4)

C3(H3
1.0000

C4(O4
1.427(3)

C4(C5
1.521(4)

C4(H4
1.0000

C5(O1
1.425(3)

C5(C6
1.508(4)

C5(H5
1.0000

C6(O5
1.432(3)

C6(H6A
0.9900

C6(H6B
0.9900

C7(C12
1.391(4)

C7(C8
1.395(4)

C7(N1
1.402(4)

C8(C9
1.394(4)

C8(H8
0.9500

C9(C10
1.388(3)

C9(H9
0.9500

C10(C11
1.399(4)

C10(S1
1.756(2)

C11(C12
1.380(4)

C11(H11
0.9500

C12(H12
0.9500

C13(N2
1.322(3)

C13(N3
1.339(3)

C13(S2
1.738(2)

C14(C15
1.328(4)

C14(S2
1.741(3)

C14(H14
0.9500

C15(N3
1.376(3)

C15(H15
0.9500

N1(H1N
0.92(4)

N2(S1
1.600(2)

N3(H3N
0.79(3)

O2(H2O
1.06(5)

O3(H3O
0.93(4)

O4(H4O
1.06(5)

O5(H5O
0.93(5)

O6(S1
1.4498(18)

O7(S1
1.4388(18)

C21(O21
1.432(3)

C21(C22
1.510(4)

C21(H21A
0.9900

C21(H21B
0.9900

C22(H22A
0.9800

C22(H22B
0.9800

C22(H22C
0.9800

O21(H21O
0.97(5)

N1(C1(O1
106.5(2)

N1(C1(C2
110.2(2)

O1(C1(C2
109.1(2)

N1(C1(H1
110.3

O1(C1(H1
110.3

C2(C1(H1
110.3

O2(C2(C3
108.0(2)

O2(C2(C1
110.9(2)

C3(C2(C1
110.4(2)

O2(C2(H2
109.1

C3(C2(H2
109.1

C1(C2(H2
109.1

O3(C3(C2
110.6(2)

O3(C3(C4
107.3(2)

C2(C3(C4
109.6(2)

O3(C3(H3
109.8

C2(C3(H3
109.8

C4(C3(H3
109.8

O4(C4(C5
107.8(2)

O4(C4(C3
112.9(2)

C5(C4(C3
110.5(2)

O4(C4(H4
108.5

C5(C4(H4
108.5

C3(C4(H4
108.5

O1(C5(C6
105.7(2)

O1(C5(C4
109.8(2)

C6(C5(C4
112.4(2)

O1(C5(H5
109.6

C6(C5(H5
109.6

C4(C5(H5
109.6

O5(C6(C5
111.1(2)

O5(C6(H6A
109.4

C5(C6(H6A
109.4

O5(C6(H6B
109.4

C5(C6(H6B
109.4

H6A(C6(H6B
108.0

C12(C7(C8
119.1(2)

C12(C7(N1
119.5(2)

C8(C7(N1
121.3(2)

C9(C8(C7
120.5(2)

C9(C8(H8
119.7

C7(C8(H8
119.7

C10(C9(C8
119.7(2)

C10(C9(H9
120.1

C8(C9(H9
120.1

C9(C10(C11
119.9(2)

C9(C10(S1
119.41(19)

C11(C10(S1
120.74(19)

C12(C11(C10
120.0(2)

C12(C11(H11
120.0

C10(C11(H11
120.0

C11(C12(C7
120.8(2)

C11(C12(H12
119.6

C7(C12(H12
119.6

N2(C13(N3
120.9(2)

N2(C13(S2
129.9(2)

N3(C13(S2
109.27(19)

C15(C14(S2
110.8(2)

C15(C14(H14
124.6

S2(C14(H14
124.6

C14(C15(N3
113.4(3)

C14(C15(H15
123.3

N3(C15(H15
123.3

C7(N1(C1
120.2(2)

C7(N1(H1N
112(2)

C1(N1(H1N
104(2)

C13(N2(S1
119.67(18)

C13(N3(C15
115.5(2)

C13(N3(H3N
123(2)

C15(N3(H3N
121(2)

C5(O1(C1
113.31(18)

C2(O2(H2O
108(2)

C3(O3(H3O
109(3)

C4(O4(H4O
115(3)

C6(O5(H5O
109(3)

O7(S1(O6
116.53(11)

O7(S1(N2
112.97(11)

O6(S1(N2
104.35(11)

O7(S1(C10
108.25(12)

O6(S1(C10
106.78(11)

N2(S1(C10
107.46(12)

C13(S2(C14
90.96(13)

O21(C21(C22
112.9(2)

O21(C21(H21A
109.0

C22(C21(H21A
109.0

O21(C21(H21B
109.0

C22(C21(H21B
109.0

H21A(C21(H21B
107.8

C21(C22(H22A
109.5

C21(C22(H22B
109.5

H22A(C22(H22B
109.5

C21(C22(H22C
109.5

H22A(C22(H22C
109.5

H22B(C22(H22C
109.5

C21(O21(H21O
100(3)

	


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
23(1) 
27(1)
27(1) 
4(1)
2(1) 
0(1)

C2
23(1) 
21(1)
29(2) 
5(1)
(1(1) 
(2(1)

C3
19(1) 
18(1)
33(2) 
2(1)
2(1) 
1(1)

C4
22(1) 
20(1)
23(1) 
(1(1)
2(1) 
2(1)

C5
19(1) 
28(1)
25(1) 
0(1)
2(1) 
(3(1)

C6
19(1) 
23(1)
28(1) 
2(1)
0(1) 
0(1)

C7
21(1) 
27(1)
19(1) 
4(1)
1(1) 
2(1)

C8
29(1) 
19(1)
28(2) 
(4(1)
1(1) 
5(1)

C9
19(1) 
20(1)
33(1) 
(4(1)
(2(1) 
0(1)

C10
18(1) 
20(1)
20(1) 
2(1)
3(1) 
4(1)

C11
25(1) 
21(1)
24(1) 
0(1)
1(1) 
(1(1)

C12
22(1) 
23(1)
26(1) 
1(1)
(2(1) 
(3(1)

C13
15(1) 
18(1)
23(1) 
(2(1)
2(1) 
2(1)

C14
26(1) 
24(1)
27(1) 
4(1)
1(1) 
(3(1)

C15
25(1) 
24(1)
24(1) 
(1(1)
1(1) 
3(1)

N1
21(1) 
26(1)
28(1) 
(1(1)
1(1) 
(1(1)

N2
18(1) 
16(1)
25(1) 
(1(1)
(1(1) 
(1(1)

N3
23(1) 
17(1)
24(1) 
(2(1)
(4(1) 
(1(1)

O1
27(1) 
28(1)
23(1) 
3(1)
4(1) 
6(1)

O2
32(1) 
27(1)
28(1) 
7(1)
(1(1) 
5(1)

O3
21(1) 
30(1)
34(1) 
5(1)
2(1) 
7(1)

O4
27(1) 
26(1)
31(1) 
(2(1)
2(1) 
2(1)

O5
22(1) 
21(1)
26(1) 
0(1)
5(1) 
(2(1)

O6
25(1) 
24(1)
25(1) 
2(1)
8(1) 
(2(1)

O7
25(1) 
21(1)
25(1) 
(6(1)
2(1) 
4(1)

S1
17(1) 
17(1)
21(1) 
(1(1)
3(1) 
0(1)

S2
25(1) 
19(1)
23(1) 
0(1)
(2(1) 
(6(1)

C21
19(1) 
38(2)
37(2) 
0(1)
2(1) 
(1(1)

C22
30(2) 
33(2)
34(2) 
(2(1)
1(1) 
(2(1)

O21
23(1) 
32(1)
35(1) 
(4(1)
4(1) 
1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
3028
9560
2964
31
1

H2
143
9147
2571
29
1

H3
855
10024
4342
28
1

H4
(68
9112
5756
26
1

H5
2816
9522
5978
29
1

H6A
3458
8766
7193
28
1

H6B
2313
9050
8342
28
1

H8
5206
9432
2159
30
1

H9
7607
9169
1732
29
1

H11
6072
7883
17
28
1

H12
3693
8150
418
28
1

H14
8226
6900
5488
31
1

H15
9726
7456
6993
29
1

H1N
2120(40)
8718(13)
1570(40)
42(10)
1

H2O
620(50)
9534(15)
210(60)
68(13)
1

H3N
10340(30)
8107(12)
5320(40)
28(9)
1

H3O
(1420(40)
10035(14)
3350(50)
58(12)
1

H4O
(790(50)
9614(17)
7790(60)
84(15)
1

H5O
820(50)
8493(15)
8080(50)
69(13)
1

H21A
5489
9239
5926
38
1

H21B
5782
9073
7807
38
1

H22A
7428
8750
5006
48
1

H22B
6269
8428
6006
48
1

H22C
7758
8590
6887
48
1

H21O
7400(50)
9632(15)
5790(60)
68(13)
1

	


Table 6. Hydrogen bonds [Å and °].

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

 N3(H3N...O5i
0.79(3)
2.08(3)
2.826(3)
157(3)

 O3(H3O...O21ii
0.93(4)
1.81(4)
2.720(3)
165(4)

 O4(H4O...O21iii
1.06(5)
1.93(5)
2.812(3)
138(4)

 O5(H5O...O6iv
0.93(5)
1.80(5)
2.704(3)
165(4)

 O21(H21O...O3i
0.97(5)
1.86(4)
2.708(3)
145(4) 
	


Symmetry transformations used to generate equivalent atoms: 

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

(iv)  x(1,y,z+1  
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