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Table 1. Crystal data and structure refinement.



Identification code 
02SOT043    

Empirical formula 
C62H90FN9O10

C30H18N7O10 . F . 2N(C4H9)4
Formula weight 
1140.43

Temperature 
120(2) K

Wavelength 
0.71069 Å

Crystal system 
Triclinic

Space group 
P-1

Unit cell dimensions
a = 13.408(5) Å
( = 73.042(5)°


b = 15.847(5) Å
( = 74.733(5)°


c = 17.023(5) Å
(  = 68.046(5)°

Volume
3159.9(18) Å3
Z
2

Density (calculated)
1.199 Mg / m3
Absorption coefficient
0.084 mm(1
F(000)
1228

Crystal
Colourless block

Crystal size
0.06 ( 0.04 ( 0.01 mm3
( range for data collection
3.07 ( 25.02°

Index ranges
(15 ( h ( 15, (18 ( k ( 18, (17 ( l ( 18

Reflections collected
19191

Independent reflections
8690 [Rint = 0.2915]

Completeness to ( = 25.02°
78.0 % 

Max. and min. transmission
0.9992 and 0.9950

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8690 / 378 / 700

Goodness-of-fit on F2
0.812

Final R indices [F2 > 2((F2)]
R1 = 0.1467, wR2 = 0.2700

R indices (all data)
R1 = 0.4882, wR2 = 0.4036

Extinction coefficient
0.0101(18)

Largest diff. peak and hole
0.720 and (0.328 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.
F1
4148(4)
6483(3)
1885(3)
1(1)
1

O1
534(11)
3354(11)
2163(10)
106(5)
1

O2
(675(11)
4582(10)
1568(9)
89(4)
1

O3
(121(13)
7550(10)
819(10)
105(5)
1

O4
1319(13)
7687(10)
1068(10)
99(5)
1

O5
3589(9)
2978(8)
2796(7)
69(4)
1

O6
7710(8)
4187(7)
3440(7)
60(3)
1

O7
5357(12)
8643(8)
1166(9)
84(5)
1

O8
6364(11)
9281(10)
1467(10)
108(5)
1

O9
9376(11)
7350(10)
2852(9)
90(5)
1

O10
9487(10)
5923(10)
3515(9)
83(4)
1

N1
152(14)
4197(12)
1887(11)
74(5)
1

N2
768(19)
7231(13)
1079(12)
100(6)
1

N3
3396(9)
4538(8)
2390(9)
58(4)
1

N4
5299(10)
4188(9)
2927(8)
54(4)
1

N5
6448(10)
5353(8)
2724(8)
50(4)
1

N6
6060(14)
8600(11)
1500(10)
72(5)
1

N7
9067(12)
6653(13)
3070(11)
66(4)
1

C1
1808(9)
4354(5)
2159(7)
67(5)
1

C2
831(8)
4744(7)
1855(7)
58(5)
1

C3
470(7)
5692(7)
1502(7)
60(5)
1

C4
1085(9)
6248(5)
1454(7)
62(5)
1

C5
2062(8)
5858(7)
1759(7)
50(4)
1

C6
2423(7)
4910(7)
2112(7)
59(5)
1

C7
3902(14)
3625(14)
2711(11)
61(5)
1

C8
4985(14)
3433(12)
2986(11)
61(5)
1

C9
5810(12)
2596(10)
3207(10)
49(4)
1

C10
6655(12)
2836(11)
3351(10)
51(4)
1

C11
6309(14)
3816(11)
3116(10)
53(5)
1

C12
6917(14)
4432(12)
3125(11)
53(5)
1

C13
6851(9)
6092(6)
2586(7)
53(5)
1

C14
6300(7)
6950(8)
2129(7)
64(5)
1

C15
6655(8)
7710(6)
1984(6)
58(5)
1

C16
7561(9)
7613(6)
2295(7)
62(5)
1

C17
8112(7)
6755(8)
2752(7)
53(5)
1

C18
7757(8)
5995(6)
2898(6)
61(5)
1

C19
5865(9)
1610(5)
3275(7)
55(5)
1

C20
5052(7)
1261(7)
3792(7)
55(5)
1

C21
5141(8)
337(7)
3877(6)
64(5)
1

C22
6042(9)
(237(6)
3445(7)
70(5)
1

C23
6856(8)
112(7)
2927(7)
78(6)
1

C24
6767(8)
1035(7)
2842(6)
56(5)
1

C25
7695(7)
2157(6)
3560(7)
43(4)
1

C26
7702(7)
1374(7)
4199(6)
57(5)
1

C27
8688(9)
710(6)
4377(6)
70(5)
1

C28
9667(7)
829(7)
3916(7)
76(6)
1

C29
9661(7)
1612(8)
3278(7)
74(6)
1

C30
8675(9)
2276(6)
3100(6)
62(5)
1

N8
5208(11)
2181(10)
658(9)
67(4)
1

C31
4719(13)
1605(11)
1411(11)
57(5)
1

C32
4121(13)
1010(10)
1316(10)
55(5)
1

C33
3766(14)
424(11)
2131(11)
69(5)
1

C34
2873(15)
1009(13)
2731(12)
88(6)
1

C35
6099(14)
1570(12)
97(12)
71(5)
1

C36
7142(13)
1025(11)
490(11)
67(5)
1

C37
7996(15)
406(13)
(68(13)
82(6)
1

C38
7650(30)
(320(30)
(260(20)
253(19)
1

C39
5602(14)
2815(11)
933(11)
63(5)
1

C40
6098(14)
3464(11)
224(11)
63(5)
1

C41
6512(15)
4017(12)
598(12)
76(6)
1

C42
7506(14)
3450(12)
1005(12)
83(6)
1

C43
4362(14)
2755(12)
115(12)
74(6)
1

C44
3327(13)
3417(11)
538(11)
65(5)
1

C45
2460(15)
3869(13)
(42(13)
84(6)
1

N9
7979(10)
3036(9)
5770(9)
57(4)
1

C46
1831(17)
3203(14)
3(14)
108(8)
1

C47
8958(12)
2689(11)
5146(10)
53(5)
1

C48
10111(12)
2429(11)
5398(10)
61(5)
1

C49
11020(12)
2043(11)
4719(11)
60(5)
1

C50
12119(14)
1660(12)
5011(12)
82(6)
1

C51
7898(13)
3965(10)
5896(10)
55(5)
1

C52
7859(13)
4719(10)
5096(10)
61(5)
1

C53
7582(13)
5658(11)
5312(11)
64(5)
1

C54
8450(13)
5770(11)
5666(11)
69(5)
1

C55
7059(12)
3064(11)
5438(10)
58(5)
1

C56
5902(13)
3572(12)
5866(12)
70(5)
1

C57
5026(13)
3494(11)
5507(11)
65(5)
1

C58
4941(14)
2535(12)
5701(12)
78(6)
1

C59
8046(15)
2374(12)
6620(12)
73(6)
1

C60
8183(14)
1370(11)
6670(11)
65(5)
1

C61
8438(14)
790(12)
7518(12)
75(6)
1

C62
9560(14)
664(12)
7635(12)
80(6)
1



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



O1(N1
1.231(16)

O2(N1
1.232(17)

O3(N2
1.25(2)

O4(N2
1.20(2)

O5(C7
1.206(18)

O6(C12
1.199(17)

O7(N6
1.194(17)

O8(N6
1.270(17)

O9(N7
1.245(16)

O10(N7
1.206(17)

N1(C2
1.456(16)

N2(C4
1.443(19)

N3(C7
1.360(19)

N3(C6
1.364(13)

N4(C11
1.345(18)

N4(C8
1.380(19)

N5(C12
1.396(18)

N5(C13
1.401(13)

N6(C15
1.460(16)

N7(C17
1.455(16)

C1(C2
1.3900

C1(C6
1.3900

C2(C3
1.3900

C3(C4
1.3900

C4(C5
1.3900

C5(C6
1.3900

C7(C8
1.54(2)

C8(C9
1.40(2)

C9(C10
1.419(19)

C9(C19
1.508(16)

C10(C11
1.408(19)

C10(C25
1.465(16)

C11(C12
1.49(2)

C13(C14
1.3900

C13(C18
1.3900

C14(C15
1.3900

C15(C16
1.3900

C16(C17
1.3900

C17(C18
1.3900

C19(C20
1.3900

C19(C24
1.3900

C20(C21
1.3900

C21(C22
1.3900

C22(C23
1.3900

C23(C24
1.3900

C25(C26
1.3900

C25(C30
1.3900

C26(C27
1.3900

C27(C28
1.3900

C28(C29
1.3900

C29(C30
1.3900

N8(C31
1.493(19)

N8(C43
1.50(2)

N8(C39
1.519(19)

N8(C35
1.53(2)

C31(C32
1.510(19)

C32(C33
1.50(2)

C33(C34
1.55(2)

C35(C36
1.55(2)

C36(C37
1.52(2)

C37(C38
1.53(4)

C39(C40
1.52(2)

C40(C41
1.54(2)

C41(C42
1.51(2)

C43(C44
1.54(2)

C44(C45
1.55(2)

C45(C46
1.55(2)

N9(C55
1.468(18)

N9(C47
1.489(19)

N9(C51
1.509(17)

N9(C59
1.52(2)

C47(C48
1.59(2)

C48(C49
1.52(2)

C49(C50
1.53(2)

C51(C52
1.53(2)

C52(C53
1.52(2)

C53(C54
1.53(2)

C55(C56
1.55(2)

C56(C57
1.52(2)

C57(C58
1.50(2)

C59(C60
1.51(2)

C60(C61
1.52(2)

C61(C62
1.50(2)

O1(N1(O2
125.6(16)

O1(N1(C2
115.2(15)

O2(N1(C2
118.8(15)

O4(N2(O3
125(2)

O4(N2(C4
120.1(19)

O3(N2(C4
115(2)

C7(N3(C6
127.2(13)

C11(N4(C8
104.8(13)

C12(N5(C13
126.3(13)

O7(N6(O8
125.1(16)

O7(N6(C15
120.1(16)

O8(N6(C15
114.8(16)

O10(N7(O9
125.6(16)

O10(N7(C17
118.8(15)

O9(N7(C17
115.6(16)

C2(C1(C6
120.0

C1(C2(C3
120.0

C1(C2(N1
122.5(10)

C3(C2(N1
117.5(10)

C2(C3(C4
120.0

C5(C4(C3
120.0

C5(C4(N2
117.3(12)

C3(C4(N2
122.7(12)

C4(C5(C6
120.0

N3(C6(C5
119.0(9)

N3(C6(C1
121.0(9)

C5(C6(C1
120.0

O5(C7(N3
126.9(17)

O5(C7(C8
118.6(17)

N3(C7(C8
114.5(16)

N4(C8(C9
111.0(14)

N4(C8(C7
117.7(16)

C9(C8(C7
130.8(16)

C8(C9(C10
106.6(14)

C8(C9(C19
129.4(14)

C10(C9(C19
124.0(13)

C11(C10(C9
103.8(13)

C11(C10(C25
131.5(14)

C9(C10(C25
123.9(13)

N4(C11(C10
113.4(14)

N4(C11(C12
120.3(15)

C10(C11(C12
126.2(15)

O6(C12(N5
122.7(15)

O6(C12(C11
125.3(16)

N5(C12(C11
112.0(15)

C14(C13(C18
120.0

C14(C13(N5
117.6(9)

C18(C13(N5
122.4(9)

C13(C14(C15
120.0

C16(C15(C14
120.0

C16(C15(N6
121.4(11)

C14(C15(N6
118.6(11)

C15(C16(C17
120.0

C16(C17(C18
120.0

C16(C17(N7
119.9(11)

C18(C17(N7
120.1(11)

C17(C18(C13
120.0

C20(C19(C24
120.0

C20(C19(C9
120.7(9)

C24(C19(C9
119.2(9)

C19(C20(C21
120.0

C20(C21(C22
120.0

C21(C22(C23
120.0

C24(C23(C22
120.0

C23(C24(C19
120.0

C26(C25(C30
120.0

C26(C25(C10
119.9(10)

C30(C25(C10
120.0(10)

C27(C26(C25
120.0

C26(C27(C28
120.0

C27(C28(C29
120.0

C30(C29(C28
120.0

C29(C30(C25
120.0

C31(N8(C43
109.3(13)

C31(N8(C39
109.1(13)

C43(N8(C39
110.0(13)

C31(N8(C35
111.4(13)

C43(N8(C35
103.4(14)

C39(N8(C35
113.5(13)

N8(C31(C32
120.1(14)

C33(C32(C31
112.6(15)

C32(C33(C34
113.0(14)

N8(C35(C36
111.9(15)

C37(C36(C35
110.7(16)

C36(C37(C38
116(2)

N8(C39(C40
114.9(14)

C39(C40(C41
108.8(15)

C42(C41(C40
114.9(15)

N8(C43(C44
115.0(16)

C43(C44(C45
110.0(15)

C44(C45(C46
111.9(15)

C55(N9(C47
104.4(12)

C55(N9(C51
113.9(12)

C47(N9(C51
111.5(12)

C55(N9(C59
110.4(13)

C47(N9(C59
110.9(12)

C51(N9(C59
106.0(12)

N9(C47(C48
116.5(13)

C49(C48(C47
110.1(14)

C48(C49(C50
110.3(15)

N9(C51(C52
113.6(14)

C53(C52(C51
109.3(14)

C52(C53(C54
115.7(14)

N9(C55(C56
116.5(14)

C57(C56(C55
111.2(14)

C58(C57(C56
115.2(14)

C60(C59(N9
117.4(15)

C59(C60(C61
109.5(15)

C62(C61(C60
113.2(15)



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
F1
1(2) 
2(2)
0(2) 
0(1)
0(1) 
(1(1)

O1
99(11) 
78(11)
156(16) 
(11(11)
(55(10) 
(34(9)

O2
75(10) 
126(12)
82(11) 
(15(9)
(36(8) 
(39(9)

O3
94(11) 
99(11)
119(14) 
5(9)
(56(10) 
(22(9)

O4
109(13) 
69(11)
118(14) 
(30(9)
(18(10) 
(18(9)

O5
64(8) 
55(8)
88(10) 
(12(7)
(15(7) 
(21(7)

O6
55(7) 
63(8)
74(9) 
(2(6)
(37(7) 
(25(6)

O7
109(11) 
72(9)
88(12) 
7(7)
(64(9) 
(34(8)

O8
98(11) 
73(10)
173(17) 
(26(10)
(51(10) 
(33(9)

O9
122(12) 
89(10)
92(12) 
(28(9)
(31(9) 
(54(9)

O10
78(10) 
81(10)
90(11) 
11(8)
(53(8) 
(19(8)

N1
79(13) 
63(12)
87(14) 
(4(10)
(28(10) 
(31(10)

N2
115(19) 
82(16)
89(16) 
(10(12)
(47(13) 
(1(13)

N3
31(8) 
39(9)
106(13) 
(13(8)
(15(8) 
(15(7)

N4
47(9) 
56(9)
63(11) 
(18(7)
(8(7) 
(17(7)

N5
53(9) 
41(8)
63(10) 
(18(7)
(15(7) 
(15(7)

N6
89(14) 
58(11)
58(12) 
(9(9)
(21(10) 
(10(10)

N7
62(11) 
81(13)
66(13) 
(35(10)
(6(9) 
(26(11)

C1
65(7) 
67(7)
68(7) 
(13(5)
(14(5) 
(21(5)

C2
57(6) 
59(6)
60(7) 
(11(4)
(15(4) 
(19(5)

C3
59(6) 
62(6)
63(7) 
(19(4)
(16(4) 
(16(4)

C4
59(6) 
60(6)
67(7) 
(13(5)
(11(4) 
(21(5)

C5
49(6) 
49(6)
50(6) 
(10(4)
(7(4) 
(14(4)

C6
59(6) 
61(6)
59(7) 
(15(4)
(14(4) 
(18(5)

C7
60(7) 
61(7)
61(7) 
(13(5)
(8(4) 
(19(5)

C8
59(6) 
62(6)
62(7) 
(15(4)
(12(4) 
(17(5)

C9
48(6) 
47(6)
51(6) 
(8(4)
(9(4) 
(16(4)

C10
48(6) 
54(6)
49(6) 
(9(4)
(14(4) 
(13(4)

C11
55(6) 
55(6)
52(6) 
(14(4)
(11(4) 
(18(4)

C12
53(6) 
56(6)
54(6) 
(12(4)
(13(4) 
(19(4)

C13
54(6) 
53(6)
50(6) 
(11(4)
(6(4) 
(18(4)

C14
66(7) 
64(6)
63(7) 
(15(5)
(15(4) 
(19(5)

C15
59(6) 
58(6)
55(6) 
(12(4)
(8(4) 
(18(4)

C16
67(7) 
60(6)
62(7) 
(16(4)
(10(4) 
(20(5)

C17
53(6) 
57(6)
53(6) 
(10(4)
(13(4) 
(18(4)

C18
60(6) 
63(6)
59(7) 
(13(4)
(11(4) 
(17(4)

C19
56(6) 
57(6)
54(6) 
(12(4)
(14(4) 
(17(4)

C20
58(6) 
57(6)
51(6) 
(13(4)
(13(4) 
(15(4)

C21
70(7) 
66(7)
61(7) 
(13(5)
(17(4) 
(22(5)

C22
72(7) 
72(7)
70(7) 
(14(5)
(20(5) 
(23(5)

C23
77(7) 
79(7)
78(7) 
(17(5)
(13(5) 
(25(5)

C24
58(6) 
53(6)
53(6) 
(12(4)
(10(4) 
(14(4)

C25
44(6) 
45(6)
44(6) 
(11(4)
(12(4) 
(14(4)

C26
58(6) 
61(6)
57(6) 
(16(4)
(14(4) 
(19(4)

C27
71(7) 
71(7)
68(7) 
(16(5)
(17(5) 
(20(5)

C28
78(7) 
74(7)
75(7) 
(22(5)
(16(5) 
(18(5)

C29
77(7) 
74(7)
74(7) 
(19(5)
(15(5) 
(23(5)

C30
63(6) 
60(6)
63(7) 
(14(4)
(15(4) 
(17(5)

N8
66(10) 
71(10)
65(12) 
(20(9)
(22(8) 
(14(8)

C31
57(6) 
57(6)
59(6) 
(12(4)
(14(4) 
(18(4)

C32
58(6) 
55(6)
56(6) 
(12(4)
(12(4) 
(19(4)

C33
70(7) 
69(7)
72(7) 
(16(5)
(14(5) 
(23(5)

C34
90(8) 
87(8)
91(8) 
(20(5)
(16(5) 
(32(5)

C35
70(7) 
72(7)
71(7) 
(18(5)
(15(5) 
(21(5)

C36
65(7) 
68(7)
69(7) 
(14(5)
(13(4) 
(22(5)

C37
83(7) 
82(7)
82(7) 
(18(5)
(12(5) 
(30(5)

C38
253(19) 
253(19)
253(19) 
(54(6)
(43(6) 
(82(8)

C39
68(6) 
63(6)
63(7) 
(15(5)
(11(4) 
(24(5)

C40
66(6) 
65(6)
63(7) 
(16(5)
(13(4) 
(22(5)

C41
79(7) 
76(7)
78(7) 
(15(5)
(14(5) 
(30(5)

C42
83(7) 
85(7)
83(8) 
(17(5)
(16(5) 
(29(5)

C43
73(7) 
74(7)
75(7) 
(14(5)
(13(5) 
(24(5)

C44
65(7) 
67(6)
68(7) 
(17(4)
(12(4) 
(23(5)

C45
86(7) 
82(7)
84(8) 
(20(5)
(13(5) 
(25(5)

N9
43(9) 
60(9)
74(12) 
(28(8)
(18(8) 
(8(7)

C46
108(9) 
108(9)
108(9) 
(24(5)
(19(5) 
(34(5)

C47
52(6) 
55(6)
52(6) 
(14(4)
(9(4) 
(14(4)

C48
60(6) 
62(6)
59(7) 
(15(4)
(11(4) 
(18(4)

C49
59(6) 
62(6)
64(7) 
(15(4)
(14(4) 
(22(4)

C50
80(7) 
83(7)
84(7) 
(18(5)
(18(5) 
(26(5)

C51
58(6) 
53(6)
57(6) 
(12(4)
(11(4) 
(20(4)

C52
61(6) 
62(6)
60(7) 
(15(4)
(12(4) 
(18(4)

C53
66(6) 
62(6)
66(7) 
(12(4)
(10(4) 
(24(5)

C54
70(7) 
70(7)
71(7) 
(12(5)
(16(5) 
(25(5)

C55
59(6) 
59(6)
58(7) 
(13(4)
(11(4) 
(20(4)

C56
72(7) 
69(7)
70(7) 
(18(5)
(7(5) 
(24(5)

C57
63(7) 
66(7)
63(7) 
(15(4)
(11(4) 
(18(5)

C58
78(7) 
80(7)
78(7) 
(18(5)
(14(5) 
(25(5)

C59
72(7) 
74(7)
71(7) 
(18(5)
(12(5) 
(22(5)

C60
66(7) 
65(7)
61(7) 
(12(5)
(12(4) 
(18(5)

C61
74(7) 
73(7)
73(7) 
(13(5)
(12(5) 
(20(5)

C62
81(7) 
82(7)
77(7) 
(16(5)
(17(5) 
(26(5)



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

Atom 
x
y
z
Ueq
S.o.f.
H3
3733
4931
2358
69
1

H5
5842
5482
2541
60
1

H1
2055
3706
2400
80
1

H3A
(198
5959
1293
72
1

H5A
2482
6238
1726
61
1

H14
5681
7016
1917
77
1

H16
7804
8132
2196
75
1

H18
8133
5409
3210
73
1

H20
4436
1653
4088
66
1

H21
4585
99
4231
77
1

H22
6103
(868
3503
84
1

H23
7472
(281
2631
94
1

H24
7323
1274
2488
67
1

H26
7032
1293
4514
69
1

H27
8693
175
4814
84
1

H28
10341
375
4038
91
1

H29
10330
1693
2963
89
1

H30
8670
2811
2663
75
1

H31A
4203
2034
1770
69
1

H31B
5314
1187
1723
69
1

H32A
3471
1419
1062
66
1

H32B
4604
599
933
66
1

H33A
4408
53
2406
83
1

H33B
3480
(17
2022
83
1

H34A
2194
1300
2502
132
1

H34B
3117
1493
2792
132
1

H34C
2744
602
3278
132
1

H35A
6288
1968
(449
85
1

H35B
5815
1123
(1
85
1

H36A
7444
1470
571
80
1

H36B
6954
637
1042
80
1

H37A
8650
76
200
98
1

H37B
8213
810
(601
98
1

H38A
7720
(860
204
380
1

H38B
8127
(515
(770
380
1

H38C
6894
(45
(353
380
1

H39A
6154
2423
1292
76
1

H39B
4978
3197
1277
76
1

H40A
5541
3897
(118
76
1

H40B
6710
3097
(139
76
1

H41A
6689
4527
150
91
1

H41B
5914
4307
1019
91
1

H42A
7291
3059
1539
125
1

H42B
7822
3870
1101
125
1

H42C
8048
3053
639
125
1

H43A
4145
2328
(79
89
1

H43B
4698
3129
(384
89
1

H44A
3513
3909
659
78
1

H44B
3026
3065
1072
78
1

H45A
2825
4037
(624
101
1

H45B
1934
4449
121
101
1

H46A
2348
2629
(160
162
1

H46B
1301
3508
(378
162
1

H46C
1446
3053
574
162
1

H47A
8922
3171
4622
64
1

H47B
8916
2129
5026
64
1

H48A
10194
2991
5481
73
1

H48B
10159
1959
5930
73
1

H49A
11040
2543
4211
72
1

H49B
10877
1541
4577
72
1

H50A
12257
2157
5155
122
1

H50B
12699
1426
4564
122
1

H50C
12106
1151
5503
122
1

H51A
8534
3883
6136
66
1

H51B
7231
4175
6306
66
1

H52A
8575
4575
4721
73
1

H52B
7299
4741
4803
73
1

H53A
6895
5763
5723
77
1

H53B
7443
6151
4802
77
1

H54A
8606
5280
6167
104
1

H54B
8181
6382
5810
104
1

H54C
9119
5720
5248
104
1

H55A
7105
2414
5479
70
1

H55B
7146
3368
4839
70
1

H56A
5812
3298
6472
85
1

H56B
5817
4238
5788
85
1

H57A
4312
3919
5720
78
1

H57B
5171
3710
4894
78
1

H58A
5636
2108
5481
117
1

H58B
4359
2552
5443
117
1

H58C
4771
2320
6307
117
1

H59A
8666
2383
6826
87
1

H59B
7373
2624
7008
87
1

H60A
8784
1130
6228
78
1

H60B
7503
1327
6583
78
1

H61A
7893
1094
7955
90
1

H61B
8370
170
7592
90
1

H62A
10106
358
7208
119
1

H62B
9681
277
8189
119
1

H62C
9626
1273
7585
119
1



Table 6. Hydrogen bonds [Å and °].

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

 N3(H3...F1
0.88
2.58
3.403(12)
156.8

 N5(H5...F1
0.88
2.55
3.385(13)
157.7 
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