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Table 6. Crystal data and structure refinement.



Identification code 
01src465    

Empirical formula 
C32H32N8O8
Formula weight 
656.66

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
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Unit cell dimensions
a = 7.9266(4) Å
( = 79.14(2)°


b = 9.6531(5) Å
( = 79.79(2)°


c = 10.3243(6) Å
(  = 80.26(4)°

Volume
755.97(7) Å3
Z
1

Density (calculated)
1.442 Mg / m3
Absorption coefficient
0.106 mm(1
F(000)
344

Crystal
orange; platelet

Crystal size
0.07 ( 0.05 ( 0.01 mm3
( range for data collection
2.03 ( 25.10°

Index ranges
(9 ( h ( 9, (11 ( k ( 11, (11 ( l ( 12

Reflections collected
5706

Independent reflections
2675 [Rint = 0.0912]

Completeness to ( = 25.10°
99.1 % 

Max. and min. transmission
0.9989 and 0.9926

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2675 / 0 / 218

Goodness-of-fit on F2
1.069

Final R indices [F2 > 2((F2)]
R1 = 0.0420, wR2 = 0.0810

R indices (all data)
R1 = 0.0772, wR2 = 0.0884

Extinction coefficient
0.018(2)

Largest diff. peak and hole
0.234 and (0.208 e Å(3


Diffractometer: Enraf Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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). Program used to solve structure: 

SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Program used to refine structure: SHELXL97 (G. M. Sheldrick 

(1997), University of Göttingen, Germany).  
Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Table 7. 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.
O11
5023(2)
1108(2)
6785(1)
32(1)
1

O12
3219(2)
1102(2)
8612(1)
37(1)
1

O21
7588(2)
(4678(2)
7037(2)
40(1)
1

O22
8125(2)
(4330(2)
8934(2)
37(1)
1

N1
8473(2)
418(2)
7248(1)
18(1)
1

N2
9284(2)
(2103(2)
5416(1)
20(1)
1

N11
4668(2)
1223(2)
7967(2)
23(1)
1

N21
8542(2)
(4384(2)
7734(2)
27(1)
1

C1
10334(2)
422(2)
6758(2)
20(1)
1

C2
7950(2)
(1018(2)
7462(2)
20(1)
1

C3
7696(2)
(1511(2)
6202(2)
21(1)
1

C4
9249(2)
(1888(2)
3974(2)
21(1)
1

C11
5968(2)
1577(2)
8655(2)
19(1)
1

C12
7760(2)
1218(2)
8275(2)
18(1)
1

C13
8812(2)
1720(2)
8997(2)
22(1)
1

C14
8134(2)
2487(2)
10015(2)
25(1)
1

C15
6358(2)
2813(2)
10371(2)
25(1)
1

C16
5284(2)
2348(2)
9687(2)
24(1)
1

C21
10294(2)
(4122(2)
7112(2)
19(1)
1

C22
10561(2)
(3113(2)
5959(2)
19(1)
1

C23
12304(2)
(3055(2)
5382(2)
23(1)
1

C24
13636(2)
(3925(2)
5950(2)
25(1)
1

C25
13319(2)
(4884(2)
7121(2)
26(1)
1

C26
11635(2)
(4973(2)
7713(2)
23(1)
1



Table 8. Bond lengths [Å] and angles [°].



O11(N11
1.2245(19)

O12(N11
1.2334(19)

O21(N21
1.230(2)

O22(N21
1.233(2)

N1(C12
1.410(2)

N1(C1
1.473(2)

N1(C2
1.479(2)

N2(C22
1.397(2)

N2(C3
1.462(2)

N2(C4
1.469(2)

N11(C11
1.467(2)

N21(C21
1.465(2)

C1(C4i
1.534(3)

C1(H1A
0.9900

C1(H1B
0.9900

C2(C3
1.523(3)

C2(H2A
0.9900

C2(H2B
0.9900

C3(H3A
0.9900

C3(H3B
0.9900

C4(C1i
1.534(3)

C4(H4A
0.9900

C4(H4B
0.9900

C11(C16
1.393(3)

C11(C12
1.407(2)

C12(C13
1.407(3)

C13(C14
1.378(3)

C13(H13
0.9500

C14(C15
1.388(3)

C14(H14
0.9500

C15(C16
1.374(3)

C15(H15
0.9500

C16(H16
0.9500

C21(C26
1.391(2)

C21(C22
1.398(3)

C22(C23
1.411(2)

C23(C24
1.378(3)

C23(H23
0.9500

C24(C25
1.390(3)

C24(H24
0.9500

C25(C26
1.376(3)

C25(H25
0.9500

C26(H26
0.9500

C12(N1(C1
116.28(14)

C12(N1(C2
114.57(14)

C1(N1(C2
112.89(14)

C22(N2(C3
123.92(15)

C22(N2(C4
119.16(15)

C3(N2(C4
114.81(14)

O11(N11(O12
122.53(16)

O11(N11(C11
120.00(15)

O12(N11(C11
117.42(16)

O21(N21(O22
123.84(16)

O21(N21(C21
118.14(17)

O22(N21(C21
117.98(17)

N1(C1(C4i
112.55(15)

N1(C1(H1A
109.1

C4i(C1(H1A
109.1

N1(C1(H1B
109.1

C4i(C1(H1B
109.1

H1A(C1(H1B
107.8

N1(C2(C3
114.74(15)

N1(C2(H2A
108.6

C3(C2(H2A
108.6

N1(C2(H2B
108.6

C3(C2(H2B
108.6

H2A(C2(H2B
107.6

N2(C3(C2
115.09(14)

N2(C3(H3A
108.5

C2(C3(H3A
108.5

N2(C3(H3B
108.5

C2(C3(H3B
108.5

H3A(C3(H3B
107.5

N2(C4(C1i
113.68(16)

N2(C4(H4A
108.8

C1i(C4(H4A
108.8

N2(C4(H4B
108.8

C1i(C4(H4B
108.8

H4A(C4(H4B
107.7

C16(C11(C12
122.54(17)

C16(C11(N11
114.43(15)

C12(C11(N11
122.99(17)

C13(C12(C11
115.01(17)

C13(C12(N1
121.77(16)

C11(C12(N1
123.22(16)

C14(C13(C12
122.42(17)

C14(C13(H13
118.8

C12(C13(H13
118.8

C13(C14(C15
121.04(18)

C13(C14(H14
119.5

C15(C14(H14
119.5

C16(C15(C14
118.41(19)

C16(C15(H15
120.8

C14(C15(H15
120.8

C15(C16(C11
120.57(17)

C15(C16(H16
119.7

C11(C16(H16
119.7

C26(C21(C22
123.42(17)

C26(C21(N21
115.71(17)

C22(C21(N21
120.83(15)

N2(C22(C21
125.81(16)

N2(C22(C23
118.39(17)

C21(C22(C23
115.55(16)

C24(C23(C22
121.26(19)

C24(C23(H23
119.4

C22(C23(H23
119.4

C23(C24(C25
121.42(18)

C23(C24(H24
119.3

C25(C24(H24
119.3

C26(C25(C24
118.99(17)

C26(C25(H25
120.5

C24(C25(H25
120.5

C25(C26(C21
119.29(18)

C25(C26(H26
120.4

C21(C26(H26
120.4



Symmetry transformations used to generate equivalent atoms: 

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



Table 9. 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
O11
27(1) 
47(1)
24(1) 
(13(1)
(4(1) 
(2(1)

O12
21(1) 
58(1)
32(1) 
(7(1)
1(1) 
(12(1)

O21
34(1) 
40(1)
48(1) 
2(1)
(13(1) 
(14(1)

O22
43(1) 
29(1)
30(1) 
(3(1)
12(1) 
(2(1)

N1
19(1) 
17(1)
18(1) 
(3(1)
0(1) 
(3(1)

N2
20(1) 
23(1)
16(1) 
(3(1)
(3(1) 
2(1)

N11
21(1) 
22(1)
25(1) 
(3(1)
(2(1) 
1(1)

N21
29(1) 
20(1)
29(1) 
1(1)
(1(1) 
(2(1)

C1
18(1) 
22(1)
18(1) 
(5(1)
0(1) 
0(1)

C2
20(1) 
18(1)
19(1) 
(1(1)
(1(1) 
(2(1)

C3
21(1) 
20(1)
22(1) 
(3(1)
(2(1) 
(3(1)

C4
18(1) 
26(1)
19(1) 
(5(1)
(5(1) 
(3(1)

C11
20(1) 
18(1)
18(1) 
0(1)
(5(1) 
(4(1)

C12
22(1) 
15(1)
14(1) 
1(1)
(1(1) 
(3(1)

C13
23(1) 
22(1)
19(1) 
(1(1)
(4(1) 
(3(1)

C14
34(1) 
24(1)
20(1) 
(5(1)
(5(1) 
(8(1)

C15
35(1) 
21(1)
20(1) 
(8(1)
1(1) 
(3(1)

C16
22(1) 
22(1)
22(1) 
(1(1)
2(1) 
0(1)

C21
20(1) 
19(1)
19(1) 
(6(1)
0(1) 
(3(1)

C22
23(1) 
17(1)
19(1) 
(8(1)
(3(1) 
(2(1)

C23
27(1) 
21(1)
20(1) 
(6(1)
(1(1) 
(2(1)

C24
22(1) 
24(1)
30(1) 
(11(1)
(2(1) 
(1(1)

C25
29(1) 
21(1)
29(1) 
(6(1)
(10(1) 
3(1)

C26
29(1) 
20(1)
20(1) 
(4(1)
(4(1) 
(2(1)



Table 10. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H1A
10725
(283
6145
23
1

H1B
10984
124
7522
23
1

H2A
6854
(1026
8094
23
1

H2B
8843
(1712
7886
23
1

H3A
6906
(2241
6456
25
1

H3B
7120
(691
5630
25
1

H4A
8086
(2008
3825
25
1

H4B
10096
(2633
3584
25
1

H13
10034
1522
8775
26
1

H14
8895
2798
10480
30
1

H15
5896
3346
11071
30
1

H16
4064
2554
9920
28
1

H23
12565
(2403
4587
28
1

H24
14797
(3868
5532
30
1

H25
14251
(5469
7508
31
1

H26
11390
(5608
8523
28
1
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