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Table 1. Crystal data and structure refinement.



Identification code 
02SOT007    

Empirical formula 
C68H96Cl4N8O4


2C18H12N3Cl2O2 . 2C16H36N

Formula weight 
1231.33

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
Pn
Unit cell dimensions
a = 13.2385(4) Å



b = 16.9228(5) Å
( = 99.944(2)°


c = 15.0678(4) Å


Volume
3324.96(17) Å3
Z
2

Density (calculated)
1.230 Mg / m3
Absorption coefficient
0.231 mm(1
F(000)
1320

Crystal
Colourless Block

Crystal size
0.15 ( 0.15 ( 0.10 mm3
( range for data collection
3.00 ( 25.03°

Index ranges
(15 ( h ( 14, (20 ( k ( 20, (17 ( l ( 17

Reflections collected
19094

Independent reflections
10094 [Rint = 0.0588]

Completeness to ( = 25.03°
99.1 % 

Max. and min. transmission
0.9773 and 0.9662

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10094 / 2 / 766

Goodness-of-fit on F2
0.988

Final R indices [F2 > 2((F2)]
R1 = 0.0476, wR2 = 0.0868

R indices (all data)
R1 = 0.0819, wR2 = 0.0984

Absolute structure parameter
(0.05(4)

Extinction coefficient
0.0034(4)

Largest diff. peak and hole
0.325 and (0.226 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 located from the difference map 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
5584(3)
7204(2)
8172(2)
28(1)
1

C2
6223(3)
7400(2)
8973(3)
34(1)
1

C3
5885(3)
7880(2)
9597(3)
32(1)
1

C4
4909(3)
8178(2)
9411(2)
30(1)
1

C5
4266(3)
7998(2)
8615(2)
26(1)
1

C6
4604(3)
7513(2)
7979(2)
24(1)
1

C7
4162(3)
7099(2)
6365(2)
22(1)
1

C8
3246(3)
6968(2)
5673(2)
21(1)
1

C9
1614(3)
6916(2)
5102(2)
20(1)
1

C10
2146(3)
6759(2)
4400(2)
22(1)
1

C11
3186(3)
6799(2)
4761(2)
21(1)
1

C12
507(3)
6955(2)
5090(2)
21(1)
1

C13
(733(3)
7263(2)
6134(2)
24(1)
1

C14
(773(3)
7635(2)
6952(3)
31(1)
1

C15
(1714(3)
7755(2)
7216(3)
36(1)
1

C16
(2609(3)
7513(2)
6676(3)
36(1)
1

C17
(2555(3)
7130(2)
5879(3)
33(1)
1

C18
(1617(3)
6996(2)
5595(3)
26(1)
1

C53
8669(3)
4658(2)
7210(2)
24(1)
1

C54
8850(3)
5524(2)
7433(2)
26(1)
1

C55
8872(3)
5667(2)
8438(2)
29(1)
1

C56
7832(3)
5581(2)
8713(3)
36(1)
1

C57
7453(3)
4901(2)
5774(2)
21(1)
1

C58
6516(3)
4822(2)
6223(2)
28(1)
1

C59
5589(3)
5114(2)
5589(2)
32(1)
1

C60
4597(3)
5052(2)
5950(3)
31(1)
1

C61
8170(3)
3583(2)
6112(2)
23(1)
1

C62
9057(3)
3023(2)
6360(3)
33(1)
1

C63
8695(3)
2174(2)
6306(3)
32(1)
1

C64
8006(4)
1956(2)
6990(3)
41(1)
1

C65
9280(3)
4701(2)
5751(2)
24(1)
1

C66
9122(3)
4563(2)
4741(2)
30(1)
1

C67
10089(3)
4742(2)
4369(2)
29(1)
1

C68
9847(3)
4810(2)
3343(2)
35(1)
1

N1
3922(2)
7340(2)
7177(2)
23(1)
1

N2
2288(2)
7045(2)
5876(2)
20(1)
1

N3
264(2)
7175(2)
5906(2)
21(1)
1

N8
8407(2)
4461(2)
6212(2)
21(1)
1

O1
5042(2)
6996(2)
6237(2)
30(1)
1

O2
(134(2)
6817(1)
4423(2)
27(1)
1

Cl1
4173(1)
6684(1)
4154(1)
31(1)
1

Cl2
1646(1)
6583(1)
3279(1)
30(1)
1

C19
1557(3)
4836(2)
8058(2)
26(1)
1

C20
1589(3)
4046(2)
7860(3)
36(1)
1

C21
1886(3)
3799(2)
7060(3)
34(1)
1

C22
2159(3)
4357(2)
6478(3)
29(1)
1

C23
2142(3)
5146(2)
6680(3)
27(1)
1

C24
1844(3)
5402(2)
7477(2)
23(1)
1

C25
1663(3)
6607(2)
8390(2)
25(1)
1

C26
1636(3)
7470(2)
8308(2)
23(1)
1

C27
1679(3)
8631(2)
7675(2)
23(1)
1

C28
1421(3)
8755(2)
8521(2)
27(1)
1

C29
1401(3)
8029(2)
8923(2)
25(1)
1

C30
1835(3)
9215(2)
6991(2)
25(1)
1

C31
2467(3)
9330(2)
5531(2)
23(1)
1

C32
2867(3)
8891(2)
4897(2)
33(1)
1

C33
3259(4)
9251(2)
4207(3)
43(1)
1

C34
3249(4)
10057(2)
4139(3)
41(1)
1

C35
2845(3)
10501(2)
4753(3)
37(1)
1

C36
2459(3)
10146(2)
5452(3)
32(1)
1

N4
1826(2)
6222(2)
7623(2)
25(1)
1

N5
1801(2)
7841(2)
7543(2)
22(1)
1

N6
2125(2)
8913(2)
6226(2)
27(1)
1

O3
1548(2)
6265(2)
9079(2)
34(1)
1

O4
1712(2)
9929(2)
7102(2)
38(1)
1

Cl3
1095(1)
7874(1)
9975(1)
42(1)
1

Cl4
1175(1)
9640(1)
9021(1)
43(1)
1

C37
9860(4)
8963(2)
4256(3)
42(1)
1

C38
9584(4)
9606(3)
4868(3)
58(2)
1

C39
9196(5)
9354(3)
5634(3)
81(2)
1

C40
8942(5)
9973(3)
6275(3)
62(2)
1

C41
8133(4)
8898(2)
3292(3)
38(1)
1

C42
7770(4)
8133(2)
3648(3)
38(1)
1

C43
6666(4)
8199(3)
3816(3)
45(1)
1

C44
5903(4)
8341(3)
2967(3)
47(1)
1

C45
9639(3)
8230(2)
2840(2)
31(1)
1

C46
9129(4)
8106(2)
1872(3)
36(1)
1

C47
9439(3)
7328(2)
1497(2)
31(1)
1

C48
8851(4)
7177(2)
562(3)
42(1)
1

C49
9480(4)
9706(2)
2807(3)
41(1)
1

C50
10596(5)
9868(3)
2762(4)
72(2)
1

C51
10756(5)
10608(3)
2237(4)
81(2)
1

C52
10471(8)
10531(5)
1330(5)
158(4)
1

N7
9272(3)
8946(2)
3302(2)
32(1)
1



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



C1(C6
1.383(5)

C1(C2
1.390(5)

C2(C3
1.374(5)

C3(C4
1.370(5)

C4(C5
1.379(5)

C5(C6
1.394(5)

C6(N1
1.409(4)

C7(O1
1.226(4)

C7(N1
1.378(4)

C7(C8
1.473(5)

C8(N2
1.361(4)

C8(C11
1.393(5)

C9(N2
1.358(4)

C9(C10
1.393(5)

C9(C12
1.465(5)

C10(C11
1.392(5)

C10(Cl2
1.731(4)

C11(Cl1
1.729(4)

C12(O2
1.221(4)

C12(N3
1.374(4)

C13(C18
1.381(5)

C13(C14
1.394(5)

C13(N3
1.428(4)

C14(C15
1.387(5)

C15(C16
1.379(6)

C16(C17
1.376(5)

C17(C18
1.400(5)

C53(C54
1.513(5)

C53(N8
1.521(4)

C54(C55
1.529(5)

C55(C56
1.512(5)

C57(N8
1.516(4)

C57(C58
1.519(5)

C58(C59
1.502(5)

C59(C60
1.509(5)

C61(C62
1.505(5)

C61(N8
1.521(4)

C62(C63
1.513(5)

C63(C64
1.534(5)

C65(N8
1.504(4)

C65(C66
1.518(5)

C66(C67
1.515(5)

C67(C68
1.528(5)

C19(C20
1.373(5)

C19(C24
1.395(5)

C20(C21
1.395(5)

C21(C22
1.378(5)

C22(C23
1.370(5)

C23(C24
1.396(5)

C24(N4
1.405(4)

C25(O3
1.222(4)

C25(N4
1.376(4)

C25(C26
1.466(5)

C26(N5
1.363(4)

C26(C29
1.396(5)

C27(N5
1.366(4)

C27(C28
1.392(5)

C27(C30
1.467(5)

C28(C29
1.371(5)

C28(Cl4
1.733(4)

C29(Cl3
1.723(3)

C30(O4
1.234(4)

C30(N6
1.375(4)

C31(C32
1.385(5)

C31(C36
1.385(5)

C31(N6
1.401(4)

C32(C33
1.381(5)

C33(C34
1.367(6)

C34(C35
1.371(6)

C35(C36
1.385(5)

C37(C38
1.511(5)

C37(N7
1.512(5)

C38(C39
1.407(6)

C39(C40
1.502(6)

C41(N7
1.508(5)

C41(C42
1.511(5)

C42(C43
1.530(6)

C43(C44
1.507(6)

C45(C46
1.513(5)

C45(N7
1.518(4)

C46(C47
1.516(5)

C47(C48
1.509(5)

C49(C50
1.517(7)

C49(N7
1.535(5)

C50(C51
1.516(7)

C51(C52
1.360(8)

C6(C1(C2
120.0(4)

C3(C2(C1
121.0(4)

C4(C3(C2
119.0(4)

C3(C4(C5
121.0(4)

C4(C5(C6
120.3(4)

C1(C6(C5
118.7(3)

C1(C6(N1
122.8(3)

C5(C6(N1
118.5(3)

O1(C7(N1
123.6(3)

O1(C7(C8
123.8(3)

N1(C7(C8
112.6(3)

N2(C8(C11
110.2(3)

N2(C8(C7
120.8(3)

C11(C8(C7
128.9(4)

N2(C9(C10
109.9(3)

N2(C9(C12
120.7(3)

C10(C9(C12
129.5(3)

C11(C10(C9
106.9(3)

C11(C10(Cl2
125.1(3)

C9(C10(Cl2
128.0(3)

C10(C11(C8
106.2(3)

C10(C11(Cl1
125.1(3)

C8(C11(Cl1
128.7(3)

O2(C12(N3
123.5(3)

O2(C12(C9
123.6(3)

N3(C12(C9
112.9(3)

C18(C13(C14
120.7(4)

C18(C13(N3
123.3(3)

C14(C13(N3
116.0(3)

C15(C14(C13
119.6(4)

C16(C15(C14
120.6(4)

C17(C16(C15
119.1(4)

C16(C17(C18
121.7(4)

C13(C18(C17
118.3(4)

C54(C53(N8
115.6(3)

C53(C54(C55
110.4(3)

C56(C55(C54
113.2(3)

N8(C57(C58
116.5(3)

C59(C58(C57
109.1(3)

C58(C59(C60
114.4(3)

C62(C61(N8
116.9(3)

C61(C62(C63
111.0(3)

C62(C63(C64
114.3(3)

N8(C65(C66
115.9(3)

C67(C66(C65
111.2(3)

C66(C67(C68
110.3(3)

C7(N1(C6
127.7(3)

C9(N2(C8
106.8(3)

C12(N3(C13
127.7(3)

C65(N8(C57
108.4(3)

C65(N8(C61
112.4(3)

C57(N8(C61
107.1(3)

C65(N8(C53
109.6(3)

C57(N8(C53
110.7(3)

C61(N8(C53
108.6(3)

C20(C19(C24
120.7(4)

C19(C20(C21
120.3(4)

C22(C21(C20
119.2(4)

C23(C22(C21
120.7(4)

C22(C23(C24
120.8(4)

C19(C24(C23
118.3(3)

C19(C24(N4
124.5(3)

C23(C24(N4
117.2(3)

O3(C25(N4
123.3(3)

O3(C25(C26
122.6(3)

N4(C25(C26
114.0(3)

N5(C26(C29
109.7(3)

N5(C26(C25
121.7(3)

C29(C26(C25
128.6(3)

N5(C27(C28
109.6(3)

N5(C27(C30
121.5(3)

C28(C27(C30
129.0(3)

C29(C28(C27
107.2(3)

C29(C28(Cl4
124.3(3)

C27(C28(Cl4
128.5(3)

C28(C29(C26
106.9(3)

C28(C29(Cl3
124.7(3)

C26(C29(Cl3
128.4(3)

O4(C30(N6
122.6(3)

O4(C30(C27
121.7(3)

N6(C30(C27
115.7(3)

C32(C31(C36
118.3(3)

C32(C31(N6
117.1(3)

C36(C31(N6
124.5(3)

C33(C32(C31
121.3(4)

C34(C33(C32
119.8(4)

C33(C34(C35
119.7(4)

C34(C35(C36
120.9(4)

C35(C36(C31
119.9(4)

C25(N4(C24
127.5(3)

C26(N5(C27
106.7(3)

C30(N6(C31
127.8(3)

C38(C37(N7
117.1(4)

C39(C38(C37
116.3(4)

C38(C39(C40
118.1(4)

N7(C41(C42
114.9(3)

C41(C42(C43
111.6(3)

C44(C43(C42
113.0(4)

C46(C45(N7
115.4(3)

C45(C46(C47
112.0(3)

C48(C47(C46
111.5(3)

C50(C49(N7
115.5(4)

C51(C50(C49
113.5(5)

C52(C51(C50
113.9(5)

C41(N7(C37
111.1(3)

C41(N7(C45
110.6(3)

C37(N7(C45
107.4(3)

C41(N7(C49
107.6(3)

C37(N7(C49
109.8(3)

C45(N7(C49
110.3(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
27(3) 
34(2)
23(2) 
(4(2)
1(2) 
(3(2)

C2
25(3) 
42(2)
34(2) 
(3(2)
(3(2) 
0(2)

C3
32(3) 
34(2)
27(2) 
(8(2)
(7(2) 
(4(2)

C4
33(3) 
34(2)
24(2) 
(8(2)
4(2) 
(4(2)

C5
18(2) 
32(2)
28(2) 
(6(2)
6(2) 
(3(2)

C6
18(3) 
28(2)
26(2) 
5(2)
5(2) 
(6(2)

C7
23(3) 
19(2)
24(2) 
1(2)
0(2) 
0(2)

C8
20(2) 
20(2)
20(2) 
1(2)
1(2) 
(2(2)

C9
21(2) 
20(2)
20(2) 
0(2)
2(2) 
2(2)

C10
26(3) 
20(2)
20(2) 
(3(2)
2(2) 
3(2)

C11
19(2) 
27(2)
18(2) 
1(2)
8(2) 
1(2)

C12
21(3) 
17(2)
22(2) 
3(2)
0(2) 
(2(2)

C13
16(2) 
25(2)
31(2) 
5(2)
7(2) 
0(2)

C14
20(3) 
40(2)
33(2) 
1(2)
7(2) 
(3(2)

C15
30(3) 
48(3)
32(2) 
(3(2)
9(2) 
2(2)

C16
23(3) 
44(3)
44(3) 
7(2)
14(2) 
6(2)

C17
16(3) 
42(3)
41(3) 
12(2)
4(2) 
(4(2)

C18
20(3) 
27(2)
31(2) 
7(2)
2(2) 
1(2)

C53
22(2) 
28(2)
18(2) 
5(2)
(1(2) 
2(2)

C54
25(3) 
31(2)
21(2) 
1(2)
0(2) 
(3(2)

C55
28(3) 
34(2)
23(2) 
(1(2)
(3(2) 
2(2)

C56
33(3) 
45(3)
30(2) 
(9(2)
9(2) 
4(2)

C57
17(2) 
25(2)
20(2) 
(3(2)
0(2) 
(1(2)

C58
24(3) 
35(2)
25(2) 
4(2)
4(2) 
6(2)

C59
23(3) 
52(3)
22(2) 
2(2)
4(2) 
3(2)

C60
22(3) 
34(2)
37(2) 
0(2)
4(2) 
6(2)

C61
26(3) 
22(2)
23(2) 
(4(2)
5(2) 
(2(2)

C62
32(3) 
30(2)
36(2) 
(1(2)
8(2) 
3(2)

C63
35(3) 
30(2)
31(2) 
0(2)
6(2) 
7(2)

C64
57(3) 
31(2)
38(2) 
(1(2)
18(2) 
(1(2)

C65
21(2) 
28(2)
25(2) 
4(2)
8(2) 
(2(2)

C66
24(3) 
41(3)
26(2) 
(1(2)
7(2) 
(1(2)

C67
28(3) 
33(2)
28(2) 
(3(2)
10(2) 
2(2)

C68
35(3) 
42(2)
27(2) 
2(2)
9(2) 
(2(2)

N1
12(2) 
38(2)
20(2) 
(3(2)
2(1) 
(2(2)

N2
17(2) 
23(2)
20(2) 
(1(1)
4(1) 
2(1)

N3
10(2) 
33(2)
20(2) 
0(1)
2(1) 
(1(1)

N8
21(2) 
23(2)
19(2) 
(2(1)
3(1) 
(1(1)

O1
16(2) 
45(2)
31(2) 
(4(1)
7(1) 
(1(1)

O2
20(2) 
37(2)
24(1) 
(2(1)
(1(1) 
2(1)

Cl1
24(1) 
45(1)
24(1) 
(1(1)
9(1) 
5(1)

Cl2
28(1) 
41(1)
19(1) 
(2(1)
2(1) 
4(1)

C19
24(3) 
28(2)
27(2) 
4(2)
8(2) 
(3(2)

C20
33(3) 
39(3)
38(2) 
15(2)
9(2) 
(2(2)

C21
29(3) 
26(2)
46(3) 
1(2)
6(2) 
(2(2)

C22
25(3) 
32(3)
30(2) 
0(2)
2(2) 
(1(2)

C23
20(3) 
30(2)
32(2) 
4(2)
7(2) 
(1(2)

C24
8(2) 
31(2)
30(2) 
4(2)
(1(2) 
3(2)

C25
14(2) 
41(2)
19(2) 
4(2)
0(2) 
0(2)

C26
17(2) 
32(2)
19(2) 
0(2)
0(2) 
(1(2)

C27
21(2) 
28(2)
20(2) 
(3(2)
4(2) 
(7(2)

C28
18(2) 
31(2)
31(2) 
(9(2)
3(2) 
(3(2)

C29
19(2) 
42(3)
16(2) 
1(2)
5(2) 
(2(2)

C30
19(2) 
27(2)
31(2) 
(2(2)
5(2) 
(5(2)

C31
18(2) 
23(2)
26(2) 
(4(2)
1(2) 
(3(2)

C32
50(3) 
24(2)
27(2) 
(1(2)
14(2) 
(1(2)

C33
66(4) 
34(3)
34(2) 
(3(2)
21(2) 
0(2)

C34
51(3) 
36(3)
38(2) 
5(2)
18(2) 
(9(2)

C35
51(3) 
26(2)
35(2) 
0(2)
7(2) 
(2(2)

C36
39(3) 
31(2)
30(2) 
(7(2)
14(2) 
(2(2)

N4
26(2) 
25(2)
23(2) 
5(2)
4(2) 
(2(2)

N5
17(2) 
25(2)
23(2) 
(2(2)
3(1) 
(1(2)

N6
37(2) 
19(2)
29(2) 
(5(2)
15(2) 
(5(2)

O3
41(2) 
38(2)
23(1) 
7(1)
8(1) 
7(1)

O4
54(2) 
29(2)
36(2) 
(11(1)
20(2) 
(9(1)

Cl3
46(1) 
58(1)
25(1) 
1(1)
17(1) 
7(1)

Cl4
57(1) 
37(1)
42(1) 
(12(1)
25(1) 
0(1)

C37
57(3) 
35(3)
34(2) 
(3(2)
10(2) 
4(2)

C38
96(5) 
41(3)
36(3) 
(1(2)
11(3) 
16(3)

C39
148(6) 
50(3)
54(3) 
1(3)
47(4) 
29(4)

C40
96(5) 
46(3)
53(3) 
(14(3)
36(3) 
(4(3)

C41
46(3) 
28(2)
43(3) 
8(2)
15(2) 
10(2)

C42
41(3) 
38(3)
34(2) 
4(2)
0(2) 
4(2)

C43
57(4) 
34(3)
44(3) 
8(2)
11(2) 
0(2)

C44
48(3) 
45(3)
48(3) 
3(2)
4(2) 
2(2)

C45
34(3) 
27(2)
31(2) 
(4(2)
4(2) 
6(2)

C46
43(3) 
37(3)
29(2) 
2(2)
4(2) 
1(2)

C47
33(3) 
32(2)
29(2) 
(3(2)
5(2) 
(6(2)

C48
51(3) 
44(3)
28(2) 
3(2)
(3(2) 
(3(2)

C49
58(4) 
23(2)
44(3) 
5(2)
20(2) 
1(2)

C50
82(5) 
67(4)
74(4) 
28(3)
33(3) 
(16(3)

C51
110(6) 
49(3)
96(5) 
(9(3)
56(4) 
(11(3)

C52
207(10) 
161(8)
80(5) 
52(6)
(42(6) 
(64(7)

N7
43(3) 
25(2)
28(2) 
5(2)
6(2) 
5(2)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
5821
6857
7756
34
1

H2
6903
7200
9092
41
1

H3
6321
8004
10148
39
1

H4
4672
8514
9836
36
1

H5
3590
8206
8500
31
1

H14
(159
7805
7326
37
1

H15
(1743
8008
7774
43
1

H16
(3253
7608
6851
43
1

H17
(3170
6952
5513
40
1

H18
(1590
6728
5046
31
1

H53A
8102
4469
7506
28
1

H53B
9292
4360
7472
28
1

H54A
8297
5844
7078
32
1

H54B
9511
5691
7269
32
1

H55A
9354
5288
8788
35
1

H55B
9135
6207
8593
35
1

H56A
7334
5916
8329
53
1

H56B
7876
5741
9344
53
1

H56C
7611
5028
8645
53
1

H57A
7266
4714
5144
25
1

H57B
7625
5469
5751
25
1

H58A
6418
4262
6379
34
1

H58B
6613
5136
6786
34
1

H59A
5522
4809
5022
39
1

H59B
5701
5674
5442
39
1

H60A
4479
4500
6100
46
1

H60B
4030
5237
5492
46
1

H60C
4640
5378
6493
46
1

H61A
7649
3455
6489
28
1

H61B
7855
3481
5478
28
1

H62A
9412
3139
6980
39
1

H62B
9553
3102
5946
39
1

H63A
9302
1823
6401
38
1

H63B
8313
2073
5691
38
1

H64A
8326
2138
7591
61
1

H64B
7918
1381
6998
61
1

H64C
7336
2210
6818
61
1

H65A
9901
4409
6033
29
1

H65B
9417
5271
5865
29
1

H66A
8920
4007
4610
36
1

H66B
8558
4905
4440
36
1

H67A
10596
4315
4542
35
1

H67B
10392
5244
4628
35
1

H68A
9497
4329
3090
52
1

H68B
10486
4876
3106
52
1

H68C
9402
5268
3174
52
1

H1A
3265
7393
7197
28
1

H3A
785
7273
6339
25
1

H19
1337
4999
8597
31
1

H20
1408
3665
8269
43
1

H21
1900
3253
6917
40
1

H22
2362
4193
5932
35
1

H23
2336
5522
6274
33
1

H32
2872
8331
4938
40
1

H33
3534
8940
3782
52
1

H34
3521
10308
3667
49
1

H35
2830
11060
4699
45
1

H36
2188
10461
5877
39
1

H4A
1932
6523
7172
30
1

H6
2092
8396
6165
33
1

H37A
9764
8447
4539
50
1

H37B
10598
9014
4227
50
1

H38A
10203
9929
5072
69
1

H38B
9067
9954
4509
69
1

H39A
9704
8990
5977
97
1

H39B
8566
9044
5424
97
1

H40A
9569
10254
6540
94
1

H40B
8643
9719
6755
94
1

H40C
8449
10348
5950
94
1

H41A
7773
8972
2665
46
1

H41B
7932
9339
3656
46
1

H42A
8226
7992
4218
46
1

H42B
7812
7705
3208
46
1

H43A
6481
7705
4103
54
1

H43B
6623
8638
4242
54
1

H44A
6042
8853
2709
71
1

H44B
5207
8342
3107
71
1

H44C
5963
7921
2531
71
1

H45A
10388
8281
2858
37
1

H45B
9525
7753
3190
37
1

H46A
9318
8545
1498
44
1

H46B
8375
8115
1835
44
1

H47A
10183
7338
1478
37
1

H47B
9309
6892
1901
37
1

H48A
8116
7149
583
63
1

H48B
9076
6675
336
63
1

H48C
8978
7607
161
63
1

H49A
9092
9679
2184
49
1

H49B
9207
10158
3109
49
1

H50A
10984
9919
3383
87
1

H50B
10880
9410
2478
87
1

H51A
10360
11046
2446
97
1

H51B
11491
10755
2371
97
1

H52A
10546
9978
1159
236
1

H52B
10907
10866
1024
236
1

H52C
9754
10693
1154
236
1



Table 6. Hydrogen bonds [Å and °].

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

 N1(H1A...N5
0.88
2.22
3.072(4)
161.5

 N3(H3A...N5
0.88
2.28
3.124(4)
161.9

 N4(H4A...N2
0.88
2.27
3.130(4)
167.4

 N6(H6...N2
0.88
2.35
3.218(4)
168.9 



Table 7.  Hydrogen-( interactions

Plane
Atom
Distance
Atom
Distance

N5-C26-C27-C28-C29
H14
2.4636(44)
H5
2.5443(43)

N2-C8-C9-C10-C11
H32
2.4627(42)
H23
2.6401(44)
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