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Table 1. Crystal data and structure refinement details.

	


Identification code 
2009src1319    

Empirical formula 
C27H21NO

Formula weight 
375.45

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.1895(10) Å
( = 102.487(5)°


b = 11.4764(16) Å
( = 96.931(8)°


c = 17.763(3) Å
(  = 101.360(8)°

Volume
1959.1(4) Å3
Z
4

Density (calculated)
1.273 Mg / m3
Absorption coefficient
0.077 mm(1
F(000)
792

Crystal
block; yellow

Crystal size
0.41 ( 0.07 ( 0.05 mm3
( range for data collection
3.01 ( 25.00°

Index ranges
(12 ( h ( 11, (13 ( k ( 13, (21 ( l ( 21

Reflections collected
30858

Independent reflections
6734 [Rint = 0.1570]

Completeness to ( = 25.00°
97.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9962 and 0.9692

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6734 / 0 / 523

Goodness-of-fit on F2
1.063

Final R indices [F2 > 2((F2)]
R1 = 0.1077, wR2 = 0.2145

R indices (all data)
R1 = 0.1912, wR2 = 0.2550

Largest diff. peak and hole
0.258 and (0.278 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: SADABS (Sheldrick, G. M. (2007). SADABS. Version 2007/2. Bruker AXS Inc., Madison, Wisconsin, USA.). Structure solution: SHELXS97 (Sheldrick, G.M. (2008). Acta Cryst. A64, 112-122.). Structure refinement: SHELXL97 (G Sheldrick, G.M. (2008). Acta Cryst. A64, 112-122.). Graphics: CAMERON (Watkin, D. M., Pearce, L. & Prout, C. K. (1993). Chemical Crystallography Lab, University of Oxford)
Special details: 

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.
O1
12530(4)
(3513(4)
6117(3)
67(1)
1

N1
9034(4)
2971(3)
1396(3)
44(1)
1

C1
8600(4)
4080(4)
1580(3)
37(1)
1

C2
7939(4)
4348(4)
2209(3)
44(1)
1

C3
7479(5)
5426(5)
2371(3)
52(1)
1

C4
7639(6)
6214(5)
1884(4)
61(2)
1

C5
8303(5)
5963(4)
1263(4)
55(2)
1

C6
8777(5)
4892(4)
1100(3)
50(1)
1

C7
9042(5)
2381(4)
604(3)
42(1)
1

C8
7916(5)
2187(4)
21(3)
47(1)
1

C9
7937(5)
1595(4)
(746(3)
47(1)
1

C10
9063(5)
1182(4)
(927(3)
44(1)
1

C11
10163(5)
1363(4)
(363(3)
44(1)
1

C12
10164(4)
1964(4)
397(3)
42(1)
1

C13
9334(4)
2334(4)
1968(3)
40(1)
1

C14
8885(4)
1052(4)
1776(3)
40(1)
1

C15
9191(4)
394(4)
2314(3)
44(1)
1

C16
9923(4)
961(4)
3052(3)
41(1)
1

C17
10332(4)
2244(4)
3249(3)
41(1)
1

C18
10047(5)
2910(4)
2710(3)
45(1)
1

C19
10344(4)
276(4)
3614(3)
42(1)
1

C20
10275(4)
(925(4)
3457(3)
43(1)
1

C21
10699(4)
(1642(4)
3985(3)
40(1)
1

C22
10496(5)
(2902(4)
3713(3)
47(1)
1

C23
10850(5)
(3614(4)
4202(3)
49(1)
1

C24
11443(5)
(3096(4)
4976(3)
42(1)
1

C25
11681(4)
(1834(4)
5253(3)
47(1)
1

C26
11306(5)
(1115(4)
4769(3)
44(1)
1

C27
11836(5)
(3878(5)
5476(4)
54(1)
1

O101
12979(4)
4412(3)
4309(3)
67(1)
1

N101
16030(4)
(2947(3)
8635(3)
44(1)
1

C101
16446(4)
(4042(4)
8341(3)
41(1)
1

C102
16045(5)
(4651(5)
7565(4)
54(1)
1

C103
16457(6)
(5708(5)
7259(4)
65(2)
1

C104
17248(6)
(6188(5)
7737(5)
67(2)
1

C105
17627(5)
(5595(5)
8513(4)
57(2)
1

C106
17252(4)
(4522(4)
8824(4)
48(1)
1

C107
15825(4)
(2582(4)
9419(3)
41(1)
1

C108
15298(5)
(3438(4)
9814(3)
45(1)
1

C109
15146(5)
(3070(5)
10582(3)
48(1)
1

C110
15453(4)
(1839(5)
10961(3)
46(1)
1

C111
15905(4)
(988(4)
10554(3)
45(1)
1

C112
16113(4)
(1343(4)
9798(3)
41(1)
1

C113
15826(4)
(2158(4)
8134(3)
39(1)
1

C114
14631(4)
(1735(4)
8065(3)
42(1)
1

C115
14438(4)
(984(4)
7575(3)
40(1)
1

C116
15424(4)
(594(4)
7154(3)
42(1)
1

C117
16614(4)
(1024(4)
7230(3)
43(1)
1

C118
16827(5)
(1782(4)
7711(3)
43(1)
1

C119
15283(5)
207(4)
6633(3)
42(1)
1

C120
14254(5)
742(4)
6495(3)
43(1)
1

C121
14140(4)
1505(4)
5939(3)
42(1)
1

C122
13110(5)
2148(4)
5937(3)
47(1)
1

C123
12980(5)
2889(4)
5420(3)
49(1)
1

C124
13887(5)
3009(4)
4909(3)
44(1)
1

C125
14895(5)
2363(4)
4904(3)
44(1)
1

C126
15028(5)
1626(4)
5408(3)
46(1)
1

C127
13811(5)
3814(4)
4365(3)
52(1)
1

	


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

	


O1(C27
1.205(7)

N1(C13
1.412(6)

N1(C1
1.413(6)

N1(C7
1.425(6)

C1(C2
1.383(7)

C1(C6
1.394(7)

C2(C3
1.393(7)

C2(H2
0.9500

C3(C4
1.381(8)

C3(H3
0.9500

C4(C5
1.370(8)

C4(H4
0.9500

C5(C6
1.394(7)

C5(H5
0.9500

C6(H6
0.9500

C7(C12
1.382(6)

C7(C8
1.397(7)

C8(C9
1.389(7)

C8(H8
0.9500

C9(C10
1.372(6)

C9(H9
0.9500

C10(C11
1.361(7)

C10(H10
0.9500

C11(C12
1.377(7)

C11(H11
0.9500

C12(H12
0.9500

C13(C18
1.380(7)

C13(C14
1.404(6)

C14(C15
1.383(6)

C14(H14
0.9500

C15(C16
1.380(7)

C15(H15
0.9500

C16(C17
1.402(6)

C16(C19
1.472(6)

C17(C18
1.386(6)

C17(H17
0.9500

C18(H18
0.9500

C19(C20
1.331(6)

C19(H19
0.9500

C20(C21
1.456(6)

C20(H20
0.9500

C21(C22
1.387(6)

C21(C26
1.403(7)

C22(C23
1.378(7)

C22(H22
0.9500

C23(C24
1.384(7)

C23(H23
0.9500

C24(C25
1.387(6)

C24(C27
1.468(7)

C25(C26
1.384(6)

C25(H25
0.9500

C26(H26
0.9500

C27(H27
0.9500

O101(C127
1.199(5)

N101(C101
1.418(6)

N101(C107
1.418(6)

N101(C113
1.426(6)

C101(C102
1.375(7)

C101(C106
1.389(7)

C102(C103
1.384(7)

C102(H102
0.9500

C103(C104
1.372(8)

C103(H103
0.9500

C104(C105
1.370(9)

C104(H104
0.9500

C105(C106
1.382(7)

C105(H105
0.9500

C106(H106
0.9500

C107(C108
1.388(6)

C107(C112
1.391(7)

C108(C109
1.375(7)

C108(H108
0.9500

C109(C110
1.383(7)

C109(H109
0.9500

C110(C111
1.377(7)

C110(H110
0.9500

C111(C112
1.370(7)

C111(H111
0.9500

C112(H112
0.9500

C113(C118
1.393(6)

C113(C114
1.398(6)

C114(C115
1.374(6)

C114(H114
0.9500

C115(C116
1.386(6)

C115(H115
0.9500

C116(C117
1.398(6)

C116(C119
1.453(7)

C117(C118
1.373(6)

C117(H117
0.9500

C118(H118
0.9500

C119(C120
1.338(6)

C119(H119
0.9500

C120(C121
1.464(7)

C120(H120
0.9500

C121(C126
1.394(7)

C121(C122
1.398(6)

C122(C123
1.391(7)

C122(H122
0.9500

C123(C124
1.380(7)

C123(H123
0.9500

C124(C125
1.380(6)

C124(C127
1.479(7)

C125(C126
1.371(6)

C125(H125
0.9500

C126(H126
0.9500

C127(H127
0.9500

C13(N1(C1
122.0(4)

C13(N1(C7
116.9(4)

C1(N1(C7
120.7(4)

C2(C1(C6
119.1(4)

C2(C1(N1
121.1(4)

C6(C1(N1
119.8(5)

C1(C2(C3
120.5(5)

C1(C2(H2
119.7

C3(C2(H2
119.7

C4(C3(C2
119.9(6)

C4(C3(H3
120.1

C2(C3(H3
120.1

C5(C4(C3
120.0(5)

C5(C4(H4
120.0

C3(C4(H4
120.0

C4(C5(C6
120.5(5)

C4(C5(H5
119.8

C6(C5(H5
119.8

C5(C6(C1
119.9(5)

C5(C6(H6
120.0

C1(C6(H6
120.0

C12(C7(C8
118.3(5)

C12(C7(N1
120.4(4)

C8(C7(N1
121.3(4)

C9(C8(C7
120.4(5)

C9(C8(H8
119.8

C7(C8(H8
119.8

C10(C9(C8
119.6(5)

C10(C9(H9
120.2

C8(C9(H9
120.2

C11(C10(C9
120.5(5)

C11(C10(H10
119.8

C9(C10(H10
119.8

C10(C11(C12
120.5(4)

C10(C11(H11
119.8

C12(C11(H11
119.8

C11(C12(C7
120.7(5)

C11(C12(H12
119.6

C7(C12(H12
119.6

C18(C13(C14
118.1(4)

C18(C13(N1
123.2(4)

C14(C13(N1
118.6(5)

C15(C14(C13
120.3(5)

C15(C14(H14
119.9

C13(C14(H14
119.9

C16(C15(C14
121.9(4)

C16(C15(H15
119.0

C14(C15(H15
119.0

C15(C16(C17
117.5(4)

C15(C16(C19
122.9(4)

C17(C16(C19
119.6(5)

C18(C17(C16
121.0(5)

C18(C17(H17
119.5

C16(C17(H17
119.5

C13(C18(C17
121.2(5)

C13(C18(H18
119.4

C17(C18(H18
119.4

C20(C19(C16
126.0(5)

C20(C19(H19
117.0

C16(C19(H19
117.0

C19(C20(C21
128.3(5)

C19(C20(H20
115.9

C21(C20(H20
115.9

C22(C21(C26
117.7(4)

C22(C21(C20
119.5(5)

C26(C21(C20
122.8(4)

C23(C22(C21
121.0(5)

C23(C22(H22
119.5

C21(C22(H22
119.5

C22(C23(C24
121.3(5)

C22(C23(H23
119.4

C24(C23(H23
119.4

C23(C24(C25
118.4(4)

C23(C24(C27
119.8(5)

C25(C24(C27
121.7(5)

C26(C25(C24
120.6(5)

C26(C25(H25
119.7

C24(C25(H25
119.7

C25(C26(C21
120.9(5)

C25(C26(H26
119.5

C21(C26(H26
119.5

O1(C27(C24
125.1(5)

O1(C27(H27
117.4

C24(C27(H27
117.4

C101(N101(C107
122.8(4)

C101(N101(C113
119.4(4)

C107(N101(C113
117.7(4)

C102(C101(C106
118.9(5)

C102(C101(N101
119.9(5)

C106(C101(N101
121.2(5)

C101(C102(C103
121.1(5)

C101(C102(H102
119.4

C103(C102(H102
119.4

C104(C103(C102
120.1(6)

C104(C103(H103
120.0

C102(C103(H103
120.0

C105(C104(C103
118.8(5)

C105(C104(H104
120.6

C103(C104(H104
120.6

C104(C105(C106
121.8(6)

C104(C105(H105
119.1

C106(C105(H105
119.1

C105(C106(C101
119.2(6)

C105(C106(H106
120.4

C101(C106(H106
120.4

C108(C107(C112
118.8(5)

C108(C107(N101
121.2(4)

C112(C107(N101
120.0(4)

C109(C108(C107
120.5(5)

C109(C108(H108
119.8

C107(C108(H108
119.8

C108(C109(C110
120.5(5)

C108(C109(H109
119.7

C110(C109(H109
119.7

C111(C110(C109
118.8(5)

C111(C110(H110
120.6

C109(C110(H110
120.6

C112(C111(C110
121.3(5)

C112(C111(H111
119.4

C110(C111(H111
119.4

C111(C112(C107
120.0(5)

C111(C112(H112
120.0

C107(C112(H112
120.0

C118(C113(C114
118.8(4)

C118(C113(N101
120.3(4)

C114(C113(N101
120.8(4)

C115(C114(C113
120.5(4)

C115(C114(H114
119.8

C113(C114(H114
119.8

C114(C115(C116
121.5(4)

C114(C115(H115
119.2

C116(C115(H115
119.2

C115(C116(C117
117.3(4)

C115(C116(C119
124.0(4)

C117(C116(C119
118.7(4)

C118(C117(C116
122.2(4)

C118(C117(H117
118.9

C116(C117(H117
118.9

C117(C118(C113
119.6(4)

C117(C118(H118
120.2

C113(C118(H118
120.2

C120(C119(C116
128.1(5)

C120(C119(H119
116.0

C116(C119(H119
116.0

C119(C120(C121
125.8(4)

C119(C120(H120
117.1

C121(C120(H120
117.1

C126(C121(C122
118.0(4)

C126(C121(C120
122.6(4)

C122(C121(C120
119.4(4)

C123(C122(C121
120.8(5)

C123(C122(H122
119.6

C121(C122(H122
119.6

C124(C123(C122
120.0(4)

C124(C123(H123
120.0

C122(C123(H123
120.0

C123(C124(C125
119.2(4)

C123(C124(C127
121.9(4)

C125(C124(C127
118.9(5)

C126(C125(C124
121.2(5)

C126(C125(H125
119.4

C124(C125(H125
119.4

C125(C126(C121
120.7(4)

C125(C126(H126
119.7

C121(C126(H126
119.7

O101(C127(C124
125.3(5)

O101(C127(H127
117.4

C124(C127(H127
117.4

	


Symmetry transformations used to generate equivalent atoms: 

	


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
O1
82(3) 
77(3)
52(3) 
31(2)
12(2) 
25(2)

N1
58(2) 
39(2)
44(3) 
16(2)
13(2) 
22(2)

C1
43(2) 
34(3)
36(3) 
9(2)
4(2) 
11(2)

C2
42(3) 
35(3)
52(4) 
8(2)
1(2) 
8(2)

C3
53(3) 
52(3)
47(4) 
7(3)
(6(3) 
18(2)

C4
72(4) 
50(3)
59(4) 
6(3)
(8(3) 
28(3)

C5
66(3) 
39(3)
59(4) 
22(3)
(11(3) 
9(2)

C6
56(3) 
45(3)
50(4) 
17(3)
0(3) 
13(2)

C7
51(3) 
36(3)
43(4) 
17(3)
10(2) 
14(2)

C8
55(3) 
45(3)
49(4) 
23(3)
13(3) 
16(2)

C9
55(3) 
51(3)
37(4) 
14(3)
6(2) 
17(2)

C10
59(3) 
42(3)
38(3) 
14(3)
17(3) 
17(2)

C11
48(3) 
44(3)
45(4) 
16(3)
15(3) 
14(2)

C12
43(3) 
42(3)
47(4) 
19(3)
7(2) 
14(2)

C13
45(3) 
39(3)
43(3) 
15(3)
11(2) 
19(2)

C14
42(2) 
40(3)
44(3) 
16(3)
8(2) 
14(2)

C15
45(3) 
39(3)
51(4) 
13(3)
11(2) 
11(2)

C16
45(3) 
46(3)
40(3) 
18(3)
11(2) 
17(2)

C17
44(3) 
41(3)
40(3) 
8(2)
9(2) 
14(2)

C18
49(3) 
41(3)
48(4) 
13(3)
9(3) 
15(2)

C19
38(2) 
43(3)
46(3) 
13(3)
9(2) 
10(2)

C20
45(3) 
46(3)
45(3) 
18(3)
13(2) 
16(2)

C21
40(2) 
40(3)
47(4) 
16(3)
12(2) 
16(2)

C22
59(3) 
40(3)
44(3) 
12(3)
5(2) 
14(2)

C23
49(3) 
40(3)
59(4) 
15(3)
6(3) 
13(2)

C24
50(3) 
41(3)
40(4) 
15(3)
10(2) 
16(2)

C25
47(3) 
51(3)
46(4) 
16(3)
7(2) 
12(2)

C26
58(3) 
39(3)
42(4) 
16(3)
15(3) 
14(2)

C27
57(3) 
53(3)
66(5) 
27(3)
26(3) 
24(3)

O101
83(3) 
56(2)
72(3) 
28(2)
13(2) 
29(2)

N101
62(2) 
36(2)
38(3) 
11(2)
10(2) 
18(2)

C101
45(3) 
34(3)
45(4) 
9(3)
16(2) 
6(2)

C102
69(3) 
45(3)
51(4) 
15(3)
15(3) 
10(3)

C103
89(4) 
41(3)
61(4) 
3(3)
28(3) 
10(3)

C104
83(4) 
35(3)
92(6) 
13(4)
45(4) 
18(3)

C105
56(3) 
48(3)
81(5) 
26(3)
27(3) 
23(2)

C106
47(3) 
38(3)
62(4) 
18(3)
16(3) 
12(2)

C107
44(3) 
41(3)
45(4) 
16(3)
11(2) 
17(2)

C108
59(3) 
35(3)
49(4) 
17(3)
17(3) 
19(2)

C109
61(3) 
48(3)
51(4) 
27(3)
24(3) 
26(2)

C110
48(3) 
58(3)
42(3) 
16(3)
12(2) 
28(2)

C111
44(3) 
43(3)
50(4) 
15(3)
2(2) 
16(2)

C112
41(2) 
39(3)
47(4) 
16(3)
11(2) 
14(2)

C113
51(3) 
33(3)
34(3) 
7(2)
8(2) 
9(2)

C114
48(3) 
43(3)
38(3) 
6(2)
13(2) 
13(2)

C115
41(3) 
40(3)
40(3) 
9(2)
5(2) 
15(2)

C116
48(3) 
36(3)
42(3) 
9(2)
11(2) 
9(2)

C117
39(3) 
48(3)
49(4) 
19(3)
11(2) 
14(2)

C118
49(3) 
46(3)
41(3) 
13(3)
10(2) 
19(2)

C119
47(3) 
40(3)
39(3) 
9(2)
12(2) 
11(2)

C120
52(3) 
41(3)
39(3) 
12(2)
13(2) 
15(2)

C121
44(3) 
35(3)
46(3) 
11(3)
5(2) 
8(2)

C122
53(3) 
43(3)
51(4) 
15(3)
17(2) 
15(2)

C123
57(3) 
46(3)
48(4) 
13(3)
7(3) 
23(2)

C124
55(3) 
35(3)
39(3) 
6(2)
1(2) 
10(2)

C125
56(3) 
43(3)
33(3) 
9(2)
11(2) 
9(2)

C126
48(3) 
44(3)
44(4) 
11(3)
4(2) 
11(2)

C127
58(3) 
47(3)
51(4) 
14(3)
4(3) 
14(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
7797
3792
2534
53
1

H3
7055
5619
2815
62
1

H4
7289
6931
1979
74
1

H5
8442
6523
942
66
1

H6
9221
4715
662
60
1

H8
7132
2461
149
56
1

H9
7175
1478
(1143
56
1

H10
9074
766
(1449
53
1

H11
10938
1072
(495
53
1

H12
10944
2094
784
51
1

H14
8368
634
1274
48
1

H15
8888
(474
2170
53
1

H17
10811
2663
3759
50
1

H18
10348
3778
2854
54
1

H19
10697
733
4137
50
1

H20
9903
(1370
2933
52
1

H22
10107
(3280
3181
57
1

H23
10683
(4477
4003
58
1

H25
12104
(1459
5780
57
1

H26
11463
(254
4971
53
1

H27
11517
(4740
5279
64
1

H102
15474
(4340
7232
65
1

H103
16193
(6103
6718
78
1

H104
17528
(6918
7532
80
1

H105
18162
(5932
8848
69
1

H106
17542
(4118
9363
57
1

H108
15041
(4284
9552
54
1

H109
14827
(3667
10855
58
1

H110
15355
(1584
11493
56
1

H111
16076
(139
10801
54
1

H112
16453
(743
9533
49
1

H114
13949
(1969
8359
51
1

H115
13608
(726
7524
48
1

H117
17298
(783
6939
52
1

H118
17653
(2047
7756
52
1

H119
16011
373
6356
50
1

H120
13534
614
6784
51
1

H122
12490
2079
6293
57
1

H123
12267
3311
5419
59
1

H125
15507
2430
4544
53
1

H126
15733
1193
5395
55
1

H127
14475
3861
4034
62
1
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