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Table 1. Crystal data and structure refinement.



Identification code 
00SRC244    

Empirical formula 
C40H48N8
Formula weight 
640.86

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1

Unit cell dimensions
a = 8.71760(10) Å
( = 95.5550(8)°


b = 13.4265(2) Å
( = 101.9902(8)°


c = 16.1511(4) Å
(  = 104.5176(11)°

Volume
1767.88(5) Å3
Z
2

Density (calculated)
1.204 Mg / m3
Absorption coefficient
0.073 mm-1
F(000)
688

Crystal
Yellow Prism

Crystal size
0.30 ( 0.20 ( 0.15 mm3
( range for data collection
3.02 ( 25.03°

Index ranges
(10 ( h ( 10, (15 ( k ( 15, (18 ( l ( 19

Reflections collected
17542

Independent reflections
6236 [Rint = 0.0434]

Completeness to ( = 25.03°
99.8 % 

Absorption correction
Empirical

Max. and min. transmission
0.9891 and 0.9784

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6236 / 0 / 626

Goodness-of-fit on F2
0.990

Final R indices [F2 > 2((F2)]
R1 = 0.0408, wR2 = 0.0942

R indices (all data)
R1 = 0.0671, wR2 = 0.1064

Extinction coefficient
0.0144(14)

Largest diff. peak and hole
0.163 and (0.188 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 

Special details: All hydrogen atoms were located from the difference map and fully refined.
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.
N8
1626(2)
7524(1)
303(1)
26(1)
1

N7
3166(2)
6841(1)
(503(1)
25(1)
1

C30
2436(2)
7572(1)
(312(1)
25(1)
1

C28
2247(2)
8261(1)
(1694(1)
25(1)
1

C26
2986(2)
9473(1)
(389(1)
26(1)
1

C29
2397(2)
9073(1)
(2156(1)
24(1)
1

C24
2863(2)
10114(1)
(1751(1)
24(1)
1

C25
3149(2)
10283(1)
(851(1)
25(1)
1

N6
3863(2)
12830(1)
(1414(1)
43(1)
1

C23
3052(2)
10968(1)
(2229(1)
27(1)
1

C22
3497(2)
11999(1)
(1803(1)
30(1)
1

C21
2890(2)
10802(1)
(3123(1)
31(1)
1

C27
2545(2)
8441(1)
(800(1)
24(1)
1

C36
224(2)
7962(1)
276(1)
31(1)
1

N5
2750(2)
10651(1)
(3856(1)
45(1)
1

C31
4673(2)
7081(1)
(816(1)
28(1)
1

C33
3945(2)
5245(1)
(1546(1)
37(1)
1

C32
4503(2)
6382(1)
(1644(1)
33(1)
1

C35
2622(2)
5746(1)
(377(1)
32(1)
1

C40
1971(2)
6995(2)
1050(1)
36(1)
1

C34
2423(2)
5029(1)
(1205(1)
36(1)
1

C39
2243(3)
7743(2)
1866(1)
44(1)
1

C37
461(2)
8709(2)
1090(1)
36(1)
1

C38
803(2)
8187(2)
1876(1)
40(1)
1

N4
8663(2)
7449(1)
4859(1)
26(1)
1

N3
7083(1)
8085(1)
5666(1)
26(1)
1

C10
7209(2)
7453(1)
5001(1)
24(1)
1

C6
5493(2)
6586(1)
3547(1)
26(1)
1

C8
4510(2)
6163(1)
4789(1)
26(1)
1

C7
5724(2)
6738(1)
4442(1)
25(1)
1

C9
3138(2)
5451(1)
4271(1)
28(1)
1

C5
4121(2)
5882(1)
3031(1)
28(1)
1

C4
2910(2)
5285(1)
3373(1)
27(1)
1

C2
1494(2)
4528(1)
2833(1)
31(1)
1

C19
10986(2)
8589(1)
4448(1)
34(1)
1

C17
9821(2)
6756(1)
3723(1)
33(1)
1

C11
5740(2)
8581(1)
5597(1)
31(1)
1

C16
8981(2)
6513(1)
4442(1)
29(1)
1

C20
10122(2)
8353(1)
5160(1)
30(1)
1

C15
8315(2)
8411(2)
6490(1)
33(1)
1

N2
1256(2)
4119(1)
1216(1)
47(1)
1

N1
(799(2)
3576(1)
3485(1)
51(1)
1

C12
4905(2)
8435(2)
6332(1)
37(1)
1

C18
11382(2)
7635(1)
4060(1)
35(1)
1

C1
234(2)
3998(1)
3180(1)
36(1)
1

C3
1339(2)
4292(1)
1943(1)
34(1)
1

C13
6149(2)
8777(2)
7192(1)
43(1)
1

C14
7475(2)
8224(2)
7221(1)
41(1)
1



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



N8(C30
1.3304(19)

N8(C40
1.474(2)

N8(C36
1.4783(18)

N7(C30
1.3419(17)

N7(C35
1.475(2)

N7(C31
1.477(2)

C30(C27
1.464(2)

C28(C29
1.374(2)

C28(C27
1.399(2)

C26(C25
1.373(2)

C26(C27
1.399(2)

C29(C24
1.405(2)

C24(C25
1.409(2)

C24(C23
1.438(2)

N6(C22
1.159(2)

C23(C22
1.405(2)

C23(C21
1.412(2)

C21(N5
1.156(2)

C36(C37
1.518(2)

C31(C32
1.515(2)

C33(C34
1.514(2)

C33(C32
1.516(2)

C35(C34
1.522(2)

C40(C39
1.515(2)

C39(C38
1.521(2)

C37(C38
1.520(2)

N4(C10
1.3355(19)

N4(C20
1.477(2)

N4(C16
1.4830(18)

N3(C10
1.3443(18)

N3(C15
1.473(2)

N3(C11
1.4745(18)

C10(C7
1.462(2)

C6(C5
1.373(2)

C6(C7
1.405(2)

C8(C9
1.379(2)

C8(C7
1.396(2)

C9(C4
1.409(2)

C5(C4
1.402(2)

C4(C2
1.438(2)

C2(C1
1.403(3)

C2(C3
1.412(2)

C19(C20
1.516(2)

C19(C18
1.519(2)

C17(C16
1.515(2)

C17(C18
1.518(3)

C11(C12
1.519(2)

C15(C14
1.523(2)

N2(C3
1.159(2)

N1(C1
1.165(2)

C12(C13
1.523(3)

C13(C14
1.518(2)

C30(N8(C40
124.16(12)

C30(N8(C36
122.45(13)

C40(N8(C36
113.33(13)

C30(N7(C35
124.23(13)

C30(N7(C31
122.39(13)

C35(N7(C31
113.29(12)

N8(C30(N7
121.80(13)

N8(C30(C27
119.82(12)

N7(C30(C27
118.38(13)

C29(C28(C27
121.07(14)

C25(C26(C27
120.80(14)

C28(C29(C24
121.59(14)

C29(C24(C25
116.71(14)

C29(C24(C23
121.89(13)

C25(C24(C23
121.40(13)

C26(C25(C24
121.82(14)

C22(C23(C21
118.38(14)

C22(C23(C24
120.19(13)

C21(C23(C24
121.33(13)

N6(C22(C23
176.66(17)

N5(C21(C23
179.02(18)

C26(C27(C28
118.01(14)

C26(C27(C30
121.36(13)

C28(C27(C30
120.62(13)

N8(C36(C37
111.48(13)

N7(C31(C32
112.21(14)

C34(C33(C32
110.84(13)

C31(C32(C33
110.61(15)

N7(C35(C34
109.50(14)

N8(C40(C39
109.49(14)

C33(C34(C35
112.89(15)

C40(C39(C38
112.15(16)

C36(C37(C38
110.78(15)

C37(C38(C39
109.68(15)

C10(N4(C20
122.88(13)

C10(N4(C16
122.88(13)

C20(N4(C16
114.10(12)

C10(N3(C15
123.76(12)

C10(N3(C11
121.64(12)

C15(N3(C11
114.42(12)

N4(C10(N3
121.18(13)

N4(C10(C7
119.85(13)

N3(C10(C7
118.95(13)

C5(C6(C7
120.77(16)

C9(C8(C7
121.14(15)

C8(C7(C6
118.08(14)

C8(C7(C10
120.55(13)

C6(C7(C10
121.34(14)

C8(C9(C4
121.06(16)

C6(C5(C4
121.63(15)

C5(C4(C9
117.30(14)

C5(C4(C2
121.56(14)

C9(C4(C2
121.14(15)

C1(C2(C3
118.25(14)

C1(C2(C4
120.67(14)

C3(C2(C4
121.08(16)

C20(C19(C18
111.58(15)

C16(C17(C18
109.86(14)

N3(C11(C12
112.20(13)

N4(C16(C17
111.81(14)

N4(C20(C19
110.98(13)

N3(C15(C14
109.36(15)

C11(C12(C13
110.83(16)

C17(C18(C19
109.56(14)

N1(C1(C2
178.41(18)

N2(C3(C2
178.01(19)

C14(C13(C12
110.25(15)

C13(C14(C15
111.79(16)



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
N8
28(1) 
29(1)
25(1) 
6(1)
10(1) 
12(1)

N7
30(1) 
23(1)
25(1) 
6(1)
10(1) 
10(1)

C30
25(1) 
25(1)
22(1) 
2(1)
2(1) 
8(1)

C28
26(1) 
23(1)
25(1) 
1(1)
5(1) 
8(1)

C26
27(1) 
30(1)
21(1) 
3(1)
5(1) 
10(1)

C29
24(1) 
28(1)
21(1) 
3(1)
5(1) 
9(1)

C24
20(1) 
25(1)
26(1) 
4(1)
5(1) 
9(1)

C25
27(1) 
21(1)
27(1) 
1(1)
5(1) 
7(1)

N6
60(1) 
28(1)
41(1) 
7(1)
11(1) 
12(1)

C23
32(1) 
23(1)
26(1) 
5(1)
7(1) 
9(1)

C22
35(1) 
28(1)
30(1) 
10(1)
9(1) 
10(1)

C21
36(1) 
23(1)
34(1) 
8(1)
8(1) 
9(1)

C27
24(1) 
24(1)
24(1) 
4(1)
5(1) 
8(1)

C36
28(1) 
38(1)
34(1) 
8(1)
11(1) 
16(1)

N5
69(1) 
31(1)
34(1) 
7(1)
12(1) 
12(1)

C31
27(1) 
29(1)
32(1) 
9(1)
11(1) 
9(1)

C33
44(1) 
33(1)
40(1) 
4(1)
17(1) 
18(1)

C32
36(1) 
36(1)
33(1) 
7(1)
16(1) 
17(1)

C35
37(1) 
26(1)
39(1) 
10(1)
16(1) 
12(1)

C40
44(1) 
45(1)
31(1) 
16(1)
18(1) 
24(1)

C34
42(1) 
23(1)
46(1) 
3(1)
17(1) 
11(1)

C39
58(1) 
64(1)
26(1) 
13(1)
15(1) 
37(1)

C37
37(1) 
41(1)
37(1) 
6(1)
15(1) 
20(1)

C38
47(1) 
48(1)
34(1) 
8(1)
19(1) 
21(1)

N4
24(1) 
29(1)
24(1) 
2(1)
7(1) 
6(1)

N3
24(1) 
29(1)
23(1) 
0(1)
7(1) 
6(1)

C10
26(1) 
26(1)
22(1) 
6(1)
7(1) 
7(1)

C6
26(1) 
29(1)
26(1) 
6(1)
8(1) 
9(1)

C8
28(1) 
27(1)
23(1) 
5(1)
5(1) 
8(1)

C7
25(1) 
25(1)
25(1) 
3(1)
6(1) 
8(1)

C9
26(1) 
26(1)
30(1) 
6(1)
7(1) 
4(1)

C5
27(1) 
32(1)
26(1) 
3(1)
5(1) 
14(1)

C4
27(1) 
26(1)
28(1) 
2(1)
2(1) 
11(1)

C2
30(1) 
27(1)
30(1) 
1(1)
2(1) 
6(1)

C19
31(1) 
37(1)
33(1) 
7(1)
13(1) 
5(1)

C17
35(1) 
42(1)
27(1) 
3(1)
9(1) 
17(1)

C11
28(1) 
29(1)
36(1) 
2(1)
9(1) 
10(1)

C16
30(1) 
29(1)
28(1) 
2(1)
5(1) 
11(1)

C20
25(1) 
31(1)
31(1) 
(1(1)
9(1) 
1(1)

C15
28(1) 
41(1)
25(1) 
(2(1)
5(1) 
7(1)

N2
42(1) 
53(1)
38(1) 
(9(1)
2(1) 
10(1)

N1
47(1) 
51(1)
34(1) 
5(1)
(2(1) 
(10(1)

C12
34(1) 
38(1)
44(1) 
2(1)
17(1) 
12(1)

C18
31(1) 
48(1)
30(1) 
7(1)
14(1) 
14(1)

C1
37(1) 
30(1)
28(1) 
0(1)
(6(1) 
2(1)

C3
27(1) 
33(1)
36(1) 
(3(1)
(1(1) 
6(1)

C13
42(1) 
53(1)
37(1) 
(1(1)
20(1) 
12(1)

C14
39(1) 
59(1)
26(1) 
2(1)
11(1) 
13(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H5
4000(19)
5780(12)
2387(11)
36(4)
1

H35A
1570(19)
5632(11)
(208(9)
25(4)
1

H28
1930(17)
7537(12)
(1987(9)
26(4)
1

H31B
4962(19)
7828(13)
(883(10)
31(4)
1

H31A
5516(19)
6954(11)
(352(10)
27(4)
1

H8
4694(19)
6248(12)
5421(10)
30(4)
1

H20B
9773(19)
8973(13)
5358(10)
37(4)
1

H29
2185(17)
8925(11)
(2785(10)
21(4)
1

H20A
10916(19)
8196(11)
5648(10)
27(4)
1

H25
3505(17)
11010(12)
(535(9)
24(4)
1

H36A
67(18)
8272(12)
(275(10)
31(4)
1

H40A
2970(20)
6810(13)
1036(10)
40(5)
1

H26
3233(18)
9617(11)
244(10)
28(4)
1

H16A
9683(17)
6290(11)
4898(9)
19(4)
1

H19A
10320(20)
8841(12)
4001(10)
36(4)
1

H19B
12020(20)
9188(13)
4721(10)
34(4)
1

H16B
7922(19)
5960(12)
4249(9)
24(4)
1

H6
6349(18)
7016(11)
3279(9)
23(4)
1

H9
2282(19)
5034(12)
4518(9)
27(4)
1

H17A
9078(19)
6965(12)
3252(10)
31(4)
1

H12A
4270(20)
7698(14)
6273(10)
34(5)
1

H18B
11940(20)
7774(13)
3597(11)
44(5)
1

H14A
8340(20)
8483(13)
7754(11)
43(5)
1

H15A
8900(20)
9139(14)
6547(10)
34(5)
1

H11B
6220(20)
9348(14)
5616(10)
38(5)
1

H18A
12130(20)
7404(13)
4504(11)
40(5)
1

H32A
5570(20)
6516(13)
(1803(10)
41(5)
1

H32B
3700(20)
6536(12)
(2135(11)
37(4)
1

H34A
1500(20)
5095(13)
(1659(11)
46(5)
1

H33A
4840(20)
5098(13)
(1162(10)
37(5)
1

H15B
9110(20)
7986(12)
6468(10)
35(4)
1

H35B
3500(20)
5625(12)
111(10)
35(4)
1

H11A
4960(20)
8307(12)
5031(11)
36(5)
1

H36B
(760(20)
7349(14)
218(10)
41(5)
1

H38A
(240(20)
7606(14)
1836(11)
46(5)
1

H33B
3730(20)
4784(14)
(2119(11)
44(5)
1

H37A
(560(20)
8938(13)
1050(11)
45(5)
1

H13B
5600(20)
8626(13)
7654(12)
47(5)
1

H17B
10051(19)
6096(13)
3484(10)
39(5)
1

H13A
6660(20)
9561(16)
7257(12)
54(6)
1

H37B
1390(20)
9343(15)
1107(11)
53(6)
1

H12B
4130(20)
8884(13)
6295(10)
36(4)
1

H34B
2130(20)
4286(14)
(1088(10)
44(5)
1

H14B
6970(20)
7448(15)
7162(11)
44(5)
1

H39A
2480(20)
7392(14)
2350(12)
53(5)
1

H40B
980(20)
6376(15)
991(11)
47(5)
1

H39B
3230(30)
8320(16)
1929(12)
60(7)
1

H38B
990(20)
8685(15)
2411(12)
56(5)
1
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