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Table 1. Crystal data and structure refinement details.

	


Identification code 
2007src1055    

Empirical formula 
C14H15NO

Formula weight 
213.27

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 5.37320(10) Å
( = 95.3890(10)°


b = 13.4962(4) Å
( = 98.498(2)°


c = 15.8088(5) Å
(  = 101.201(2)°

Volume
1103.32(5) Å3
Z
4

Density (calculated)
1.284 Mg / m3
Absorption coefficient
0.081 mm(1
F(000)
456

Crystal
Needle; Pale Brown

Crystal size
0.85 ( 0.08 ( 0.06 mm3
( range for data collection
3.10 ( 27.48°

Index ranges
(6 ( h ( 6, (17 ( k ( 17, (20 ( l ( 20

Reflections collected
18503

Independent reflections
4997 [Rint = 0.0589]

Completeness to ( = 27.48°
99.2 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9952 and 0.9346

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4997 / 0 / 289

Goodness-of-fit on F2
1.066

Final R indices [F2 > 2((F2)]
R1 = 0.0660, wR2 = 0.1210

R indices (all data)
R1 = 0.0940, wR2 = 0.1360

Largest diff. peak and hole
0.328 and (0.235 e Å(3
	


Diffractometer: Bruker-Nonius APEX II CCD camera (( scans and ( scans to fill asymmetric unit). 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: Sheldrick, G. M. SADABS 2007/2 - Bruker Nonius area detector scaling and absorption correction. Structure solution: Sir2004 (Burla, M.C., Caliandro, R., Carrozzini, B., Cascarano, G., De Caro, L., Giacovazzo, C. & Polidori, G. (2004). J. Appl. Cryst. 37, 258).  Structure refinement: SHELXL97 (Sheldrick, G. M. (1997). University of Göttingen, Germany). Graphics: PLATON/PLUTON  (Spek, A. L. (1990). Acta Cryst. A46, C34) & Mercury: visualization and analysis of crystal structures (C. F. Macrae, P. R. Edgington, P. McCabe, E. Pidcock, G. P. Shields, R. Taylor, M. Towler and J. van de Streek, J. Appl. Cryst., 39, 453-457, 2006).
Special details: 

There are two molecules in the asymmetric unit.

The hydrogen atoms were fixed as riding models.

The hydrogen bonding is tabulated in Table 6 on page 6 and shown in the second figure on page 7.

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
8711(4)
6774(2)
9328(1)
22(1)
1

C2
8665(5)
7780(2)
9555(2)
26(1)
1

C3
10434(5)
8518(2)
9267(2)
27(1)
1

C4
12174(5)
8239(2)
8780(2)
27(1)
1

C5
12189(4)
7217(2)
8558(2)
26(1)
1

C6
10410(4)
6459(2)
8813(1)
22(1)
1

C7
9830(4)
5330(2)
8705(1)
20(1)
1

C8
7733(4)
5040(2)
9228(1)
22(1)
1

C9
10746(4)
4649(2)
8219(1)
22(1)
1

C10
12587(5)
4950(2)
7611(2)
30(1)
1

C11
11348(5)
4498(2)
6683(2)
26(1)
1

C12
10526(4)
3345(2)
6608(2)
24(1)
1

C13
8725(4)
3038(2)
7243(2)
24(1)
1

C14
9936(4)
3512(2)
8174(2)
24(1)
1

N1
7145(4)
5920(1)
9554(1)
23(1)
1

O1
6621(3)
4188(1)
9348(1)
26(1)
1

C101
3433(4)
10359(2)
6880(2)
22(1)
1

C102
3134(5)
11071(2)
7522(2)
27(1)
1

C103
4843(5)
11231(2)
8297(2)
30(1)
1

C104
6804(5)
10695(2)
8409(2)
28(1)
1

C105
7069(4)
9972(2)
7756(2)
25(1)
1

C106
5342(4)
9779(2)
6986(1)
21(1)
1

C107
5070(4)
9111(2)
6160(1)
20(1)
1

C108
2948(4)
9411(2)
5568(2)
21(1)
1

C109
6251(4)
8347(2)
5950(1)
21(1)
1

C110
8034(5)
7946(2)
6603(2)
27(1)
1

C111
7261(5)
6788(2)
6556(2)
27(1)
1

C112
7062(5)
6261(2)
5646(2)
26(1)
1

C113
5144(4)
6653(2)
5020(2)
24(1)
1

C114
5914(4)
7810(2)
5052(1)
23(1)
1

N101
2030(3)
10106(1)
6046(1)
24(1)
1

O101
2059(3)
9092(1)
4803(1)
26(1)
1

	


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

	


C1(C2
1.377(3)

C1(N1
1.399(3)

C1(C6
1.408(3)

C2(C3
1.395(3)

C2(H2
0.9500

C3(C4
1.380(3)

C3(H3
0.9500

C4(C5
1.394(3)

C4(H4
0.9500

C5(C6
1.390(3)

C5(H5
0.9500

C6(C7
1.483(3)

C7(C9
1.354(3)

C7(C8
1.507(3)

C8(O1
1.234(3)

C8(N1
1.361(3)

C9(C14
1.504(3)

C9(C10
1.505(3)

C10(C11
1.535(3)

C10(H10A
0.9900

C10(H10B
0.9900

C11(C12
1.521(3)

C11(H11A
0.9900

C11(H11B
0.9900

C12(C13
1.524(3)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.543(3)

C13(H13A
0.9900

C13(H13B
0.9900

C14(H14A
0.9900

C14(H14B
0.9900

N1(H1
0.8800

C101(C102
1.381(3)

C101(N101
1.395(3)

C101(C106
1.407(3)

C102(C103
1.390(3)

C102(H102
0.9500

C103(C104
1.389(3)

C103(H103
0.9500

C104(C105
1.396(3)

C104(H104
0.9500

C105(C106
1.386(3)

C105(H105
0.9500

C106(C107
1.486(3)

C107(C109
1.353(3)

C107(C108
1.508(3)

C108(O101
1.236(3)

C108(N101
1.360(3)

C109(C114
1.501(3)

C109(C110
1.514(3)

C110(C111
1.529(3)

C110(H11C
0.9900

C110(H11D
0.9900

C111(C112
1.523(3)

C111(H11E
0.9900

C111(H11F
0.9900

C112(C113
1.527(3)

C112(H11G
0.9900

C112(H11H
0.9900

C113(C114
1.530(3)

C113(H11I
0.9900

C113(H11J
0.9900

C114(H11K
0.9900

C114(H11L
0.9900

N101(H101
0.8800

C2(C1(N1
127.1(2)

C2(C1(C6
123.4(2)

N1(C1(C6
109.48(19)

C1(C2(C3
117.6(2)

C1(C2(H2
121.2

C3(C2(H2
121.2

C4(C3(C2
120.6(2)

C4(C3(H3
119.7

C2(C3(H3
119.7

C3(C4(C5
120.8(2)

C3(C4(H4
119.6

C5(C4(H4
119.6

C6(C5(C4
120.3(2)

C6(C5(H5
119.9

C4(C5(H5
119.9

C5(C6(C1
117.2(2)

C5(C6(C7
135.8(2)

C1(C6(C7
106.94(19)

C9(C7(C6
131.1(2)

C9(C7(C8
124.0(2)

C6(C7(C8
104.83(18)

O1(C8(N1
123.3(2)

O1(C8(C7
129.5(2)

N1(C8(C7
107.13(19)

C7(C9(C14
124.7(2)

C7(C9(C10
123.3(2)

C14(C9(C10
111.85(19)

C9(C10(C11
110.14(19)

C9(C10(H10A
109.6

C11(C10(H10A
109.6

C9(C10(H10B
109.6

C11(C10(H10B
109.6

H10A(C10(H10B
108.1

C12(C11(C10
110.90(19)

C12(C11(H11A
109.5

C10(C11(H11A
109.5

C12(C11(H11B
109.5

C10(C11(H11B
109.5

H11A(C11(H11B
108.0

C11(C12(C13
110.63(19)

C11(C12(H12A
109.5

C13(C12(H12A
109.5

C11(C12(H12B
109.5

C13(C12(H12B
109.5

H12A(C12(H12B
108.1

C12(C13(C14
111.61(19)

C12(C13(H13A
109.3

C14(C13(H13A
109.3

C12(C13(H13B
109.3

C14(C13(H13B
109.3

H13A(C13(H13B
108.0

C9(C14(C13
110.24(18)

C9(C14(H14A
109.6

C13(C14(H14A
109.6

C9(C14(H14B
109.6

C13(C14(H14B
109.6

H14A(C14(H14B
108.1

C8(N1(C1
111.54(18)

C8(N1(H1
124.2

C1(N1(H1
124.2

C102(C101(N101
127.8(2)

C102(C101(C106
122.9(2)

N101(C101(C106
109.2(2)

C101(C102(C103
117.9(2)

C101(C102(H102
121.1

C103(C102(H102
121.1

C102(C103(C104
120.4(2)

C102(C103(H103
119.8

C104(C103(H103
119.8

C103(C104(C105
120.9(2)

C103(C104(H104
119.5

C105(C104(H104
119.5

C106(C105(C104
119.7(2)

C106(C105(H105
120.2

C104(C105(H105
120.2

C105(C106(C101
118.1(2)

C105(C106(C107
134.7(2)

C101(C106(C107
107.05(19)

C109(C107(C106
130.7(2)

C109(C107(C108
124.5(2)

C106(C107(C108
104.66(18)

O101(C108(N101
123.7(2)

O101(C108(C107
129.4(2)

N101(C108(C107
106.85(19)

C107(C109(C114
123.5(2)

C107(C109(C110
123.0(2)

C114(C109(C110
113.48(19)

C109(C110(C111
111.26(19)

C109(C110(H11C
109.4

C111(C110(H11C
109.4

C109(C110(H11D
109.4

C111(C110(H11D
109.4

H11C(C110(H11D
108.0

C112(C111(C110
111.86(19)

C112(C111(H11E
109.2

C110(C111(H11E
109.2

C112(C111(H11F
109.2

C110(C111(H11F
109.2

H11E(C111(H11F
107.9

C111(C112(C113
110.08(19)

C111(C112(H11G
109.6

C113(C112(H11G
109.6

C111(C112(H11H
109.6

C113(C112(H11H
109.6

H11G(C112(H11H
108.2

C112(C113(C114
110.81(19)

C112(C113(H11I
109.5

C114(C113(H11I
109.5

C112(C113(H11J
109.5

C114(C113(H11J
109.5

H11I(C113(H11J
108.1

C109(C114(C113
112.15(18)

C109(C114(H11K
109.2

C113(C114(H11K
109.2

C109(C114(H11L
109.2

C113(C114(H11L
109.2

H11K(C114(H11L
107.9

C108(N101(C101
111.99(18)

C108(N101(H101
124.0

C101(N101(H101
124.0

	


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
C1
22(1) 
26(1)
17(1) 
3(1)
1(1) 
4(1)

C2
28(1) 
29(1)
23(1) 
0(1)
3(1) 
9(1)

C3
35(1) 
24(1)
22(1) 
2(1)
0(1) 
5(1)

C4
29(1) 
24(1)
26(1) 
4(1)
3(1) 
(1(1)

C5
24(1) 
29(1)
23(1) 
3(1)
6(1) 
2(1)

C6
21(1) 
26(1)
16(1) 
2(1)
1(1) 
3(1)

C7
19(1) 
23(1)
15(1) 
3(1)
2(1) 
1(1)

C8
21(1) 
30(1)
14(1) 
4(1)
4(1) 
5(1)

C9
19(1) 
25(1)
20(1) 
3(1)
3(1) 
1(1)

C10
28(1) 
29(1)
32(1) 
(1(1)
15(1) 
1(1)

C11
31(1) 
28(1)
24(1) 
5(1)
10(1) 
11(1)

C12
23(1) 
27(1)
22(1) 
1(1)
4(1) 
7(1)

C13
23(1) 
21(1)
29(1) 
2(1)
6(1) 
5(1)

C14
26(1) 
25(1)
23(1) 
5(1)
8(1) 
6(1)

N1
22(1) 
27(1)
23(1) 
2(1)
9(1) 
4(1)

O1
27(1) 
26(1)
24(1) 
5(1)
11(1) 
3(1)

C101
18(1) 
19(1)
29(1) 
6(1)
5(1) 
1(1)

C102
26(1) 
23(1)
35(1) 
5(1)
12(1) 
5(1)

C103
35(1) 
23(1)
30(1) 
0(1)
12(1) 
3(1)

C104
31(1) 
28(1)
23(1) 
4(1)
3(1) 
0(1)

C105
23(1) 
24(1)
26(1) 
4(1)
2(1) 
3(1)

C106
19(1) 
19(1)
25(1) 
6(1)
5(1) 
2(1)

C107
18(1) 
19(1)
23(1) 
7(1)
3(1) 
0(1)

C108
18(1) 
17(1)
27(1) 
7(1)
4(1) 
2(1)

C109
20(1) 
20(1)
23(1) 
6(1)
2(1) 
2(1)

C110
28(1) 
23(1)
27(1) 
4(1)
(4(1) 
7(1)

C111
31(1) 
23(1)
27(1) 
6(1)
0(1) 
7(1)

C112
28(1) 
21(1)
30(1) 
6(1)
2(1) 
7(1)

C113
24(1) 
24(1)
24(1) 
3(1)
4(1) 
6(1)

C114
24(1) 
21(1)
23(1) 
8(1)
4(1) 
5(1)

N101
19(1) 
23(1)
30(1) 
6(1)
2(1) 
7(1)

O101
24(1) 
26(1)
26(1) 
5(1)
(1(1) 
6(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
7470
7966
9895
32
1

H3
10441
9218
9408
33
1

H4
13377
8751
8593
33
1

H5
13419
7036
8231
31
1

H10A
14183
4699
7776
35
1

H10B
13053
5701
7650
35
1

H11A
9827
4790
6504
32
1

H11B
12594
4682
6291
32
1

H12A
12067
3047
6728
29
1

H12B
9640
3074
6013
29
1

H13A
8319
2287
7215
29
1

H13B
7093
3262
7076
29
1

H14A
8671
3342
8562
29
1

H14B
11452
3224
8369
29
1

H1
5931
5947
9868
28
1

H102
1802
11441
7436
33
1

H103
4669
11710
8753
35
1

H104
7982
10823
8937
34
1

H105
8425
9614
7838
30
1

H11C
7984
8262
7190
32
1

H11D
9821
8138
6493
32
1

H11E
8552
6544
6952
32
1

H11F
5579
6604
6750
32
1

H11G
6492
5516
5635
32
1

H11H
8774
6395
5468
32
1

H11I
3404
6466
5171
29
1

H11J
5082
6327
4427
29
1

H11K
7546
7986
4826
27
1

H11L
4572
8049
4674
27
1

H101
707
10365
5852
28
1

	


Table 6. Hydrogen bonds [Å and °].

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

 N1(H1...O1i
0.88
1.97
2.846(2)
170.5

 N101(H101...O101ii
0.88
1.98
2.850(2)
169.0 
	


Symmetry transformations used to generate equivalent atoms: 

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