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Table 1. Crystal data and structure refinement.



Identification code 
01SRC496    

Empirical formula 
C54H61N4O6
Formula weight 
862.07

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic
Space group 
C2/c
Unit cell dimensions
a = 20.5733(4) Å


b = 17.9742(3) Å
( = 101.582(3)°


c = 25.3788(5) Å

Volume
9193.7(3) Å3
Z
8

Density (calculated)
1.246 Mg / m3
Absorption coefficient
0.081 mm(1
F(000)
3688

Crystal
Colourless Square plate
Crystal size
0.05 ( 0.05 ( 0.01 mm3
( range for data collection
3.04 ( 25.03°

Index ranges
(24 ( h ( 24, (21 ( k ( 21, (30 ( l ( 30

Reflections collected
53571

Independent reflections
8120 [Rint = 0.2019]

Completeness to ( = 25.03°
99.8 % 

Max. and min. transmission
0.9992 and 0.9960

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8120 / 0 / 577

Goodness-of-fit on F2
0.942

Final R indices [F2 > 2((F2)]
R1 = 0.0692, wR2 = 0.1389

R indices (all data)
R1 = 0.2027, wR2 = 0.1866

Largest diff. peak and hole
0.406 and (0.468 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill Ewald 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.
N1
663(2)
5771(2)
44(1)
30(1)
1

N2
870(2)
4195(2)
240(1)
28(1)
1

O1
(1299(1)
8256(1)
1891(1)
27(1)
1

O2
247(1)
8063(1)
1917(1)
28(1)
1

O3
1700(1)
6073(2)
453(1)
38(1)
1

C1
(1947(2)
8505(2)
1626(2)
33(1)
1

C2
(1954(2)
9341(2)
1639(2)
35(1)
1

C3
(2621(2)
9688(2)
1424(2)
50(1)
1

C4
168(2)
8827(2)
1732(2)
40(1)
1

C5
816(2)
9220(2)
1758(2)
43(1)
1

C6
724(2)
9992(2)
1513(2)
56(2)
1

C7
(1250(2)
7482(2)
1914(2)
21(1)
1

C8
(1403(2)
7109(2)
2358(2)
22(1)
1

C9
(1378(2)
6337(2)
2361(2)
31(1)
1

C10
(1179(2)
5949(2)
1947(2)
33(1)
1

C11
(1006(2)
6335(2)
1525(2)
28(1)
1

C12
(1027(2)
7107(2)
1504(2)
21(1)
1

C13
(769(2)
7508(2)
1063(2)
25(1)
1

C14
(39(2)
7337(2)
1108(2)
25(1)
1

C15
437(2)
7586(2)
1550(2)
24(1)
1

C16
1093(2)
7325(2)
1650(2)
22(1)
1

C17
1280(2)
6856(2)
1272(2)
26(1)
1

C18
830(2)
6628(2)
809(2)
23(1)
1

C19
180(2)
6867(2)
741(2)
24(1)
1

C20
1099(2)
6137(2)
424(2)
27(1)
1

C21
911(2)
5280(2)
(323(2)
30(1)
1

C22
1218(2)
4572(2)
(67(2)
27(1)
1

C23
1814(2)
4307(2)
(171(2)
31(1)
1

C24
2061(2)
3630(2)
41(2)
32(1)
1

C25
1709(2)
3247(2)
364(2)
33(1)
1

C26
1124(2)
3545(2)
454(2)
32(1)
1

C27
(1571(2)
7516(2)
2831(2)
26(1)
1

N3
4295(2)
4206(2)
(52(1)
28(1)
1

N4
4161(2)
5815(2)
(185(1)
29(1)
1

O4
4667(1)
1996(1)
(1971(1)
26(1)
1

O5
3603(1)
1805(1)
(3147(1)
25(1)
1

O6
3250(1)
3969(2)
(468(1)
43(1)
1

C28
4424(2)
1243(2)
(2002(2)
34(1)
1

C29
4829(2)
747(2)
(1597(2)
33(1)
1

C30
4547(2)
(46(2)
(1643(2)
48(1)
1

C31
3009(2)
1656(2)
(3546(2)
32(1)
1

C32
2863(2)
830(2)
(3538(2)
38(1)
1

C33
2701(2)
569(2)
(3014(2)
44(1)
1

C34
3740(2)
2564(2)
(3101(2)
23(1)
1

C35
4067(2)
2904(2)
(3472(2)
26(1)
1

C36
4191(2)
3661(2)
(3420(2)
32(1)
1

C37
4014(2)
4074(2)
(3010(2)
38(1)
1

C38
3716(2)
3713(2)
(2637(2)
31(1)
1

C39
3584(2)
2957(2)
(2671(2)
22(1)
1

C40
3332(2)
2584(2)
(2214(2)
28(1)
1

C41
3808(2)
2704(2)
(1681(2)
22(1)
1

C42
4464(2)
2440(2)
(1592(2)
24(1)
1

C43
4939(2)
2658(2)
(1141(2)
21(1)
1

C44
4735(2)
3117(2)
(766(2)
26(1)
1

C45
4086(2)
3366(2)
(831(2)
26(1)
1

C46
3631(2)
3159(2)
(1287(2)
25(1)
1

C47
3844(2)
3864(2)
(440(2)
28(1)
1

C48
4069(2)
4695(2)
330(2)
32(1)
1

C49
3788(2)
5433(2)
99(2)
26(1)
1

C50
3196(2)
5704(2)
193(2)
32(1)
1

C51
2973(2)
6392(2)
(7(2)
34(1)
1

C52
3344(2)
6784(2)
(310(2)
29(1)
1

C53
3924(2)
6476(2)
(390(2)
28(1)
1

C54
5663(2)
2461(2)
(1109(2)
27(1)
1



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



Molecule 1

N1(C20
1.350(5)

N1(C21
1.449(5)

N2(C22
1.343(5)

N2(C26
1.348(5)

O1(C7
1.395(4)

O1(C1
1.439(4)

O2(C15
1.378(4)

O2(C4
1.451(5)

O3(C20
1.230(4)

C1(C2
1.503(5)

C2(C3
1.506(5)

C4(C5
1.497(5)

C5(C6
1.517(6)

C7(C8
1.401(5)

C7(C12
1.393(5)

C8(C9
1.388(5)

C8(C27
1.502(5)

C9(C10
1.391(5)

C10(C11
1.381(5)

C11(C12
1.388(5)

C12(C13
1.516(5)

C13(C14
1.515(5)

C14(C19
1.398(5)

C14(C15
1.406(5)

C15(C16
1.403(5)

C16(C17
1.389(5)

C16(C27i
1.517(5)

C17(C18
1.402(5)

C18(C19
1.383(5)

C18(C20
1.502(5)

C21(C22
1.510(5)

C22(C23
1.389(5)

C23(C24
1.385(5)

C24(C25
1.383(5)

C25(C26
1.376(6)

C27(C16i
1.517(5)

Molecule 2

N3(C47
1.357(4)

N3(C48
1.453(5)

N4(C49
1.342(5)

N4(C53
1.348(5)

O4(C42
1.378(4)

O4(C28
1.440(4)

O5(C34
1.393(4)

O5(C31
1.448(4)

O6(C47
1.225(4)

C28(C29
1.483(5)

C29(C30
1.535(5)

C31(C32
1.517(5)

C32(C33
1.508(6)

C34(C39
1.392(5)

C34(C35
1.403(5)

C35(C36
1.386(5)

C35(C54ii
1.520(5)

C36(C37
1.384(6)

C37(C38
1.389(6)

C38(C39
1.385(5)

C39(C40
1.518(5)

C40(C41
1.518(5)

C41(C46
1.395(5)

C41(C42
1.406(5)

C42(C43
1.401(5)

C43(C44
1.389(5)

C43(C54
1.517(5)

C44(C45
1.384(5)

C45(C46
1.386(5)

C45(C47
1.494(5)

C48(C49
1.518(5)

C49(C50
1.377(5)

C50(C51
1.381(5)

C51(C52
1.380(5)

C52(C53
1.366(5)

C54(C35ii
1.520(5)

Molecule 1

C20(N1(C21
119.1(3)

C22(N2(C26
117.5(4)

C7(O1(C1
112.4(3)

C15(O2(C4
113.5(3)

O1(C1(C2
108.2(3)

C1(C2(C3
114.7(3)

O2(C4(C5
113.1(3)

C4(C5(C6
112.1(4)

O1(C7(C8
119.1(4)

O1(C7(C12
118.8(4)

C8(C7(C12
122.0(4)

C9(C8(C7
118.0(4)

C9(C8(C27
119.8(4)

C7(C8(C27
122.2(4)

C8(C9(C10
120.9(4)

C11(C10(C9
119.6(4)

C10(C11(C12
121.4(4)

C11(C12(C7
117.9(4)

C11(C12(C13
119.4(4)

C7(C12(C13
122.6(4)

C12(C13(C14
109.7(3)

C19(C14(C15
117.3(4)

C19(C14(C13
121.3(3)

C15(C14(C13
121.1(4)

O2(C15(C16
118.6(3)

O2(C15(C14
119.4(4)

C16(C15(C14
121.9(4)

C17(C16(C15
117.9(4)

C17(C16(C27i
121.0(4)

C15(C16(C27i
120.9(4)

C16(C17(C18
121.9(4)

C19(C18(C17
118.3(4)

C19(C18(C20
125.0(3)

C17(C18(C20
116.7(4)

C18(C19(C14
122.5(4)

O3(C20(N1
120.9(4)

O3(C20(C18
121.0(4)

N1(C20(C18
118.2(4)

N1(C21(C22
114.0(3)

N2(C22(C23
122.1(4)

N2(C22(C21
116.7(4)

C23(C22(C21
121.1(4)

C24(C23(C22
119.7(4)

C25(C24(C23
118.2(4)

C26(C25(C24
118.9(4)

N2(C26(C25
123.5(4)

C8(C27(C16i
111.7(3)

Molecule 2

C47(N3(C48
119.6(3)

C49(N4(C53
117.1(4)

C42(O4(C28
115.5(3)

C34(O5(C31
111.6(3)

O4(C28(C29
112.8(3)

C28(C29(C30
110.8(3)

O5(C31(C32
108.2(3)

C33(C32(C31
113.3(4)

O5(C34(C39
119.3(4)

O5(C34(C35
119.1(4)

C39(C34(C35
121.5(4)

C36(C35(C34
117.9(4)

C36(C35(C54ii
119.7(4)

C34(C35(C54ii
122.2(4)

C35(C36(C37
121.9(4)

C36(C37(C38
118.7(4)

C39(C38(C37
121.6(4)

C38(C39(C34
118.3(4)

C38(C39(C40
118.6(4)

C34(C39(C40
122.9(4)

C41(C40(C39
111.2(3)

C46(C41(C42
117.6(3)

C46(C41(C40
120.5(3)

C42(C41(C40
121.5(4)

O4(C42(C41
119.9(3)

O4(C42(C43
118.2(4)

C41(C42(C43
121.7(4)

C44(C43(C42
117.9(4)

C44(C43(C54
122.0(3)

C42(C43(C54
119.7(4)

C43(C44(C45
121.8(4)

C46(C45(C44
119.1(4)

C46(C45(C47
117.1(4)

C44(C45(C47
123.8(4)

C45(C46(C41
121.7(4)

O6(C47(N3
120.2(4)

O6(C47(C45
121.0(4)

N3(C47(C45
118.8(4)

N3(C48(C49
114.7(3)

N4(C49(C50
122.3(4)

N4(C49(C48
116.1(4)

C50(C49(C48
121.6(4)

C49(C50(C51
119.5(4)

C52(C51(C50
118.9(4)

C53(C52(C51
118.1(4)

N4(C53(C52
124.1(4)

C43(C54(C35ii
109.5(3)



Symmetry transformations used to generate equivalent atoms: 

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



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
Molecule 1

N1
25(2) 
35(2)
30(2) 
(5(2)
8(2) 
7(2)

N2
29(2) 
30(2)
24(2) 
(7(2)
6(2) 
(2(2)

O1
24(2) 
26(2)
30(2) 
0(1)
1(1) 
4(1)

O2
29(2) 
32(2)
24(2) 
(2(1)
8(1) 
1(1)

O3
28(2) 
45(2)
42(2) 
(7(2)
13(2) 
1(2)

C1
21(2) 
34(3)
41(3) 
4(2)
3(2) 
5(2)

C2
36(3) 
31(3)
39(3) 
11(2)
6(2) 
8(2)

C3
46(3) 
49(3)
52(3) 
7(3)
2(3) 
13(2)

C4
43(3) 
34(3)
44(3) 
(9(2)
16(2) 
(2(2)

C5
45(3) 
38(3)
41(3) 
(4(2)
(2(2) 
(7(2)

C6
64(4) 
35(3)
60(3) 
5(3)
(8(3) 
(11(3)

C7
12(2) 
23(2)
26(3) 
(4(2)
0(2) 
3(2)

C8
15(2) 
30(3)
22(3) 
(3(2)
0(2) 
0(2)

C9
29(3) 
38(3)
28(3) 
(2(2)
11(2) 
(4(2)

C10
39(3) 
22(2)
36(3) 
0(2)
4(2) 
(3(2)

C11
30(3) 
30(3)
26(3) 
(9(2)
10(2) 
(3(2)

C12
14(2) 
25(2)
23(3) 
(1(2)
3(2) 
(2(2)

C13
24(2) 
29(2)
21(2) 
(2(2)
2(2) 
3(2)

C14
25(2) 
31(3)
21(3) 
4(2)
6(2) 
(2(2)

C15
23(2) 
28(3)
21(3) 
0(2)
10(2) 
0(2)

C16
24(2) 
26(2)
16(2) 
2(2)
7(2) 
(1(2)

C17
30(2) 
19(2)
32(3) 
16(2)
14(2) 
(8(2)

C18
20(2) 
23(2)
23(3) 
(1(2)
1(2) 
(4(2)

C19
22(2) 
30(2)
19(3) 
0(2)
5(2) 
(2(2)

C20
27(3) 
30(3)
24(3) 
6(2)
5(2) 
4(2)

C21
36(3) 
37(3)
19(3) 
(2(2)
9(2) 
5(2)

C22
30(3) 
30(3)
22(3) 
(6(2)
5(2) 
(2(2)

C23
35(3) 
33(3)
27(3) 
3(2)
13(2) 
(3(2)

C24
28(3) 
42(3)
30(3) 
(2(2)
12(2) 
1(2)

C25
31(3) 
36(3)
29(3) 
(3(2)
1(2) 
4(2)

C26
36(3) 
32(3)
28(3) 
2(2)
9(2) 
(3(2)

C27
20(2) 
29(2)
27(3) 
(5(2)
4(2) 
2(2)

Molecule 2

N3
29(2) 
33(2)
23(2) 
(6(2)
9(2) 
(2(2)

N4
28(2) 
30(2)
31(2) 
(1(2)
7(2) 
1(2)

O4
27(2) 
28(2)
22(2) 
(4(1)
5(1) 
(2(1)

O5
23(2) 
25(2)
26(2) 
0(1)
0(1) 
(3(1)

O6
27(2) 
58(2)
46(2) 
(17(2)
14(2) 
(4(2)

C28
36(3) 
25(2)
37(3) 
(4(2)
0(2) 
3(2)

C29
29(3) 
36(3)
34(3) 
0(2)
5(2) 
1(2)

C30
41(3) 
37(3)
59(3) 
(1(2)
(7(3) 
0(2)

C31
23(2) 
35(3)
35(3) 
(3(2)
0(2) 
(3(2)

C32
35(3) 
45(3)
32(3) 
(4(2)
4(2) 
(3(2)

C33
41(3) 
39(3)
54(3) 
(1(2)
19(3) 
4(2)

C34
20(2) 
21(2)
26(3) 
2(2)
(2(2) 
1(2)

C35
24(2) 
31(3)
20(3) 
1(2)
0(2) 
3(2)

C36
30(3) 
31(3)
36(3) 
7(2)
11(2) 
(2(2)

C37
49(3) 
30(3)
38(3) 
11(2)
15(3) 
2(2)

C38
33(3) 
26(3)
31(3) 
(5(2)
1(2) 
4(2)

C39
22(2) 
27(3)
17(3) 
(1(2)
1(2) 
0(2)

C40
23(2) 
30(2)
31(3) 
(2(2)
5(2) 
2(2)

C41
19(2) 
25(2)
23(3) 
2(2)
7(2) 
(5(2)

C42
34(3) 
23(2)
19(2) 
(1(2)
13(2) 
0(2)

C43
16(2) 
24(2)
21(3) 
(2(2)
2(2) 
2(2)

C44
27(3) 
31(3)
20(3) 
(2(2)
2(2) 
(5(2)

C45
26(2) 
33(3)
23(3) 
(2(2)
12(2) 
(2(2)

C46
22(2) 
27(2)
26(3) 
(2(2)
8(2) 
(1(2)

C47
26(3) 
33(3)
26(3) 
(4(2)
10(2) 
(7(2)

C48
39(3) 
33(3)
24(3) 
(6(2)
7(2) 
1(2)

C49
33(3) 
25(3)
20(3) 
(3(2)
7(2) 
(7(2)

C50
29(3) 
39(3)
30(3) 
0(2)
11(2) 
(5(2)

C51
31(3) 
37(3)
36(3) 
(1(2)
8(2) 
6(2)

C52
27(3) 
32(3)
26(3) 
3(2)
4(2) 
(4(2)

C53
29(3) 
34(3)
22(3) 
(2(2)
6(2) 
(6(2)

C54
25(2) 
36(3)
20(2) 
(1(2)
3(2) 
0(2)



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

Atom 
x
y
z
Ueq
S.o.f.
Molecule 1
H1
233
5829
20
36
1

H1A
(2288
8305
1812
39
1

H1B
(2046
8327
1249
39
1

H2A
(1634
9529
1426
42
1

H2B
(1799
9506
2015
42
1

H3A
(2583
10231
1449
75
1

H3B
(2940
9516
1637
75
1

H3C
(2774
9542
1047
75
1

H4A
(96
9101
1954
47
1

H4B
(82
8833
1355
47
1

H5A
1099
8922
1565
51
1

H5B
1048
9260
2139
51
1

H6A
1158
10226
1534
84
1

H6B
456
10294
1711
84
1

H6C
497
9954
1136
84
1

H9
(1498
6070
2650
37
1

H10
(1162
5421
1953
40
1

H11
(869
6068
1244
34
1

H13A
(832
8051
1095
30
1

H13B
(1021
7346
707
30
1

H17A
1460
6399
1465
31
1

H17B
1654
7101
1149
31
1

H19
(130
6705
433
28
1

H21A
1247
5551
(479
36
1

H21B
540
5149
(622
36
1

H23
2052
4589
(387
37
1

H24
2462
3435
(33
39
1

H25
1867
2785
522
39
1

H26
888
3280
679
38
1

H27A
(2028
7384
2866
31
1

H27B
(1558
8058
2767
31
1

Molecule 2

H3
4722
4132
(32
33
1

H28A
4421
1044
(2366
40
1

H28B
3960
1243
(1947
40
1

H29A
4833
943
(1232
40
1

H29B
5291
738
(1653
40
1

H30A
4823
(365
(1375
72
1

H30B
4546
(241
(2004
72
1

H30C
4092
(39
(1580
72
1

H31A
3075
1805
(3907
38
1

H31B
2632
1944
(3463
38
1

H32A
2484
713
(3834
45
1

H32B
3253
550
(3604
45
1

H33A
2613
33
(3033
65
1

H33B
2307
833
(2950
65
1

H33C
3077
673
(2719
65
1

H36
4404
3903
(3672
38
1

H37
4095
4595
(2985
46
1

H38
3601
3991
(2351
37
1

H40A
2892
2790
(2192
33
1

H40B
3279
2044
(2286
33
1

H44
5048
3266
(456
32
1

H46
3187
3332
(1333
30
1

H48A
4447
4795
631
38
1

H48B
3724
4432
480
38
1

H50
2942
5419
395
38
1

H51
2572
6593
63
41
1

H52
3200
7255
(460
34
1

H53
4175
6744
(602
34
1

H54A
5706
1922
(1174
33
1

H54B
5921
2577
(745
33
1



Table 6. Hydrogen bonds [Å and °].

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

 N1(H1...N2iii
0.88
2.23
3.092(4)
164.9

 N3(H3...N4iv
0.88
2.25
3.111(4)
164.6 



Symmetry transformations used to generate equivalent atoms: 

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

(iv)  (x+1,(y+1,(z  
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Molecule 1 with thermal ellipsoids drawn at the 35 % probablity level.
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Molecule 2 with thermal ellipsoids drawn at the 35 % probablity level.
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Packing diagrams looking down a and b respectively – showing how the 2 molecules differ in the orientation of the propanol groups
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Diagramatic representation of the hydrogen bonded chains running along the c direction – each molecule is self selective.
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