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Table 1. Crystal data and structure refinement details.

	


Identification code 
2007src1054    

Empirical formula 
C11H11NO

Formula weight 
173.21

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 9.7504(3) Å
( = 95.766(2)°


b = 10.2281(3) Å
( = 107.842(2)°


c = 14.0530(5) Å
(  = 96.617(2)°

Volume
1311.46(8) Å3
Z
6

Density (calculated)
1.316 Mg / m3
Absorption coefficient
0.085 mm(1
F(000)
552

Crystal
Plate; Pale Orange

Crystal size
0.30 ( 0.08 ( 0.04 mm3
( range for data collection
2.95 ( 27.48°

Index ranges
(12 ( h ( 12, (12 ( k ( 13, (18 ( l ( 18

Reflections collected
21390

Independent reflections
5972 [Rint = 0.0592]

Completeness to ( = 27.48°
99.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9966 and 0.9750

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5972 / 0 / 358

Goodness-of-fit on F2
1.078

Final R indices [F2 > 2((F2)]
R1 = 0.0788, wR2 = 0.1445

R indices (all data)
R1 = 0.1204, wR2 = 0.1681

Largest diff. peak and hole
0.356 and (0.312 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 three 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
9147(3)
15(2)
3484(2)
19(1)
1

C2
8145(3)
30(2)
2425(2)
19(1)
1

C3
6692(3)
80(2)
2525(2)
19(1)
1

C4
6851(3)
91(2)
3554(2)
20(1)
1

C5
5695(3)
98(3)
3926(2)
25(1)
1

C6
4314(3)
84(3)
3239(2)
28(1)
1

C7
4125(3)
65(3)
2220(2)
27(1)
1

C8
5304(3)
68(3)
1855(2)
24(1)
1

C9
8559(3)
2(2)
1591(2)
21(1)
1

C10
7509(3)
86(3)
571(2)
26(1)
1

C11
10083(3)
(114(3)
1595(2)
29(1)
1

N1
8302(2)
67(2)
4097(2)
21(1)
1

O1
10469(2)
(8(2)
3784(1)
23(1)
1

C101
11804(3)
3134(2)
6750(2)
19(1)
1

C102
10822(3)
3172(2)
5693(2)
19(1)
1

C103
9363(3)
3213(2)
5786(2)
19(1)
1

C104
9502(3)
3190(2)
6811(2)
21(1)
1

C105
8340(3)
3202(3)
7174(2)
26(1)
1

C106
6973(3)
3231(3)
6493(2)
28(1)
1

C107
6796(3)
3249(3)
5477(2)
29(1)
1

C108
7983(3)
3238(3)
5115(2)
27(1)
1

C109
11276(3)
3190(2)
4874(2)
21(1)
1

C110
10276(3)
3347(3)
3856(2)
31(1)
1

C111
12798(3)
3054(3)
4896(2)
29(1)
1

N101
10952(2)
3153(2)
7353(2)
22(1)
1

O101
13130(2)
3117(2)
7061(1)
24(1)
1

C201
3470(3)
3250(2)
(211(2)
20(1)
1

C202
4479(3)
3417(2)
863(2)
19(1)
1

C203
5959(3)
3479(2)
787(2)
20(1)
1

C204
5804(3)
3330(2)
(249(2)
20(1)
1

C205
6974(3)
3345(3)
(603(2)
24(1)
1

C206
8367(3)
3533(3)
99(2)
26(1)
1

C207
8552(3)
3686(3)
1127(2)
28(1)
1

C208
7363(3)
3658(3)
1479(2)
25(1)
1

C209
4052(3)
3485(2)
1693(2)
20(1)
1

C210
5128(3)
3655(3)
2744(2)
28(1)
1

C211
2486(3)
3408(3)
1650(2)
29(1)
1

N201
4328(2)
3184(2)
(811(2)
21(1)
1

O201
2127(2)
3152(2)
(533(1)
24(1)
1

	


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

	


C1(O1
1.232(3)

C1(N1
1.363(3)

C1(C2
1.512(4)

C2(C9
1.351(4)

C2(C3
1.472(4)

C3(C8
1.390(4)

C3(C4
1.404(3)

C4(C5
1.381(4)

C4(N1
1.391(3)

C5(C6
1.393(4)

C5(H5
0.9500

C6(C7
1.384(4)

C6(H6
0.9500

C7(C8
1.395(4)

C7(H7
0.9500

C8(H8
0.9500

C9(C11
1.502(4)

C9(C10
1.502(4)

C10(H10A
0.9800

C10(H10B
0.9800

C10(H10C
0.9800

C11(H11A
0.9800

C11(H11B
0.9800

C11(H11C
0.9800

N1(H1
0.8800

C101(O101
1.234(3)

C101(N101
1.357(3)

C101(C102
1.508(4)

C102(C109
1.355(4)

C102(C103
1.473(4)

C103(C108
1.391(4)

C103(C104
1.407(4)

C104(C105
1.378(4)

C104(N101
1.393(3)

C105(C106
1.388(4)

C105(H105
0.9500

C106(C107
1.386(4)

C106(H106
0.9500

C107(C108
1.401(4)

C107(H107
0.9500

C108(H108
0.9500

C109(C111
1.497(4)

C109(C110
1.500(4)

C110(H11D
0.9800

C110(H11E
0.9800

C110(H11F
0.9800

C111(H11G
0.9800

C111(H11H
0.9800

C111(H11I
0.9800

N101(H101
0.8800

C201(O201
1.235(3)

C201(N201
1.360(3)

C201(C202
1.509(4)

C202(C209
1.351(4)

C202(C203
1.474(4)

C203(C208
1.394(4)

C203(C204
1.408(4)

C204(C205
1.376(4)

C204(N201
1.396(3)

C205(C206
1.390(4)

C205(H205
0.9500

C206(C207
1.390(4)

C206(H206
0.9500

C207(C208
1.391(4)

C207(H207
0.9500

C208(H208
0.9500

C209(C211
1.502(4)

C209(C210
1.507(4)

C210(H21A
0.9800

C210(H21B
0.9800

C210(H21C
0.9800

C211(H21D
0.9800

C211(H21E
0.9800

C211(H21F
0.9800

N201(H201
0.8800

O1(C1(N1
124.2(2)

O1(C1(C2
129.4(2)

N1(C1(C2
106.4(2)

C9(C2(C3
129.6(2)

C9(C2(C1
125.2(2)

C3(C2(C1
105.3(2)

C8(C3(C4
118.2(2)

C8(C3(C2
134.9(2)

C4(C3(C2
106.8(2)

C5(C4(N1
127.3(2)

C5(C4(C3
123.0(3)

N1(C4(C3
109.8(2)

C4(C5(C6
117.7(3)

C4(C5(H5
121.1

C6(C5(H5
121.1

C7(C6(C5
120.5(3)

C7(C6(H6
119.8

C5(C6(H6
119.8

C6(C7(C8
121.2(3)

C6(C7(H7
119.4

C8(C7(H7
119.4

C3(C8(C7
119.4(3)

C3(C8(H8
120.3

C7(C8(H8
120.3

C2(C9(C11
123.7(3)

C2(C9(C10
121.9(3)

C11(C9(C10
114.4(2)

C9(C10(H10A
109.5

C9(C10(H10B
109.5

H10A(C10(H10B
109.5

C9(C10(H10C
109.5

H10A(C10(H10C
109.5

H10B(C10(H10C
109.5

C9(C11(H11A
109.5

C9(C11(H11B
109.5

H11A(C11(H11B
109.5

C9(C11(H11C
109.5

H11A(C11(H11C
109.5

H11B(C11(H11C
109.5

C1(N1(C4
111.7(2)

C1(N1(H1
124.1

C4(N1(H1
124.1

O101(C101(N101
123.8(2)

O101(C101(C102
129.5(2)

N101(C101(C102
106.7(2)

C109(C102(C103
130.4(3)

C109(C102(C101
124.5(2)

C103(C102(C101
105.1(2)

C108(C103(C104
118.0(2)

C108(C103(C102
135.0(2)

C104(C103(C102
107.0(2)

C105(C104(N101
127.7(3)

C105(C104(C103
123.0(3)

N101(C104(C103
109.3(2)

C104(C105(C106
118.2(3)

C104(C105(H105
120.9

C106(C105(H105
120.9

C107(C106(C105
120.4(3)

C107(C106(H106
119.8

C105(C106(H106
119.8

C106(C107(C108
121.0(3)

C106(C107(H107
119.5

C108(C107(H107
119.5

C103(C108(C107
119.4(3)

C103(C108(H108
120.3

C107(C108(H108
120.3

C102(C109(C111
123.7(3)

C102(C109(C110
122.2(3)

C111(C109(C110
114.1(2)

C109(C110(H11D
109.5

C109(C110(H11E
109.5

H11D(C110(H11E
109.5

C109(C110(H11F
109.5

H11D(C110(H11F
109.5

H11E(C110(H11F
109.5

C109(C111(H11G
109.5

C109(C111(H11H
109.5

H11G(C111(H11H
109.5

C109(C111(H11I
109.5

H11G(C111(H11I
109.5

H11H(C111(H11I
109.5

C101(N101(C104
112.0(2)

C101(N101(H101
124.0

C104(N101(H101
124.0

O201(C201(N201
124.0(2)

O201(C201(C202
129.6(2)

N201(C201(C202
106.4(2)

C209(C202(C203
129.5(3)

C209(C202(C201
125.1(2)

C203(C202(C201
105.4(2)

C208(C203(C204
118.2(2)

C208(C203(C202
135.0(2)

C204(C203(C202
106.8(2)

C205(C204(N201
127.9(2)

C205(C204(C203
122.8(3)

N201(C204(C203
109.3(2)

C204(C205(C206
118.2(3)

C204(C205(H205
120.9

C206(C205(H205
120.9

C207(C206(C205
120.2(3)

C207(C206(H206
119.9

C205(C206(H206
119.9

C206(C207(C208
121.3(3)

C206(C207(H207
119.4

C208(C207(H207
119.4

C207(C208(C203
119.4(3)

C207(C208(H208
120.3

C203(C208(H208
120.3

C202(C209(C211
123.4(3)

C202(C209(C210
122.0(3)

C211(C209(C210
114.6(2)

C209(C210(H21A
109.5

C209(C210(H21B
109.5

H21A(C210(H21B
109.5

C209(C210(H21C
109.5

H21A(C210(H21C
109.5

H21B(C210(H21C
109.5

C209(C211(H21D
109.5

C209(C211(H21E
109.5

H21D(C211(H21E
109.5

C209(C211(H21F
109.5

H21D(C211(H21F
109.5

H21E(C211(H21F
109.5

C201(N201(C204
112.0(2)

C201(N201(H201
124.0

C204(N201(H201
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
23(2) 
16(1)
17(1) 
1(1)
5(1) 
2(1)

C2
20(1) 
18(1)
15(1) 
3(1)
1(1) 
3(1)

C3
20(2) 
19(1)
14(1) 
3(1)
3(1) 
4(1)

C4
19(2) 
21(1)
17(1) 
3(1)
2(1) 
3(1)

C5
24(2) 
32(2)
17(1) 
3(1)
6(1) 
2(1)

C6
21(2) 
34(2)
28(2) 
4(1)
7(1) 
6(1)

C7
16(2) 
35(2)
23(2) 
4(1)
(2(1) 
5(1)

C8
24(2) 
31(1)
14(1) 
3(1)
1(1) 
7(1)

C9
23(2) 
19(1)
21(1) 
2(1)
5(1) 
1(1)

C10
28(2) 
35(2)
14(1) 
5(1)
4(1) 
6(1)

C11
23(2) 
44(2)
20(2) 
5(1)
7(1) 
3(1)

N1
18(1) 
29(1)
13(1) 
4(1)
0(1) 
3(1)

O1
20(1) 
28(1)
18(1) 
4(1)
2(1) 
4(1)

C101
23(2) 
17(1)
16(1) 
3(1)
5(1) 
2(1)

C102
21(2) 
19(1)
17(1) 
4(1)
4(1) 
4(1)

C103
21(2) 
18(1)
18(1) 
3(1)
6(1) 
4(1)

C104
22(2) 
21(1)
18(1) 
2(1)
2(1) 
4(1)

C105
25(2) 
34(2)
20(1) 
4(1)
8(1) 
7(1)

C106
24(2) 
35(2)
25(2) 
3(1)
10(1) 
5(1)

C107
24(2) 
34(2)
26(2) 
5(1)
3(1) 
5(1)

C108
26(2) 
32(2)
21(2) 
4(1)
4(1) 
5(1)

C109
24(2) 
21(1)
18(1) 
3(1)
5(1) 
5(1)

C110
36(2) 
38(2)
18(2) 
6(1)
6(1) 
7(1)

C111
30(2) 
37(2)
24(2) 
8(1)
12(1) 
7(1)

N101
20(1) 
30(1)
14(1) 
5(1)
3(1) 
5(1)

O101
18(1) 
32(1)
20(1) 
4(1)
3(1) 
5(1)

C201
25(2) 
18(1)
18(1) 
3(1)
6(1) 
3(1)

C202
20(1) 
18(1)
18(1) 
2(1)
2(1) 
3(1)

C203
21(2) 
19(1)
18(1) 
2(1)
4(1) 
2(1)

C204
22(2) 
19(1)
20(1) 
5(1)
6(1) 
5(1)

C205
26(2) 
29(1)
19(1) 
7(1)
8(1) 
5(1)

C206
21(2) 
30(1)
28(2) 
5(1)
11(1) 
3(1)

C207
21(2) 
31(2)
28(2) 
4(1)
4(1) 
2(1)

C208
27(2) 
27(1)
17(1) 
2(1)
4(1) 
5(1)

C209
24(2) 
18(1)
18(1) 
2(1)
6(1) 
1(1)

C210
25(2) 
40(2)
16(1) 
3(1)
2(1) 
0(1)

C211
26(2) 
40(2)
20(2) 
1(1)
8(1) 
2(1)

N201
20(1) 
28(1)
15(1) 
4(1)
3(1) 
6(1)

O201
17(1) 
31(1)
20(1) 
4(1)
2(1) 
5(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H5
5836
113
4626
30
1

H6
3497
88
3471
33
1

H7
3175
49
1762
32
1

H8
5159
62
1154
29
1

H10A
6692
(646
396
40
1

H10B
8008
21
64
40
1

H10C
7140
936
587
40
1

H11A
10706
(132
2288
44
1

H11B
10465
650
1333
44
1

H11C
10072
(937
1168
44
1

H1
8635
83
4756
25
1

H105
8472
3190
7871
31
1

H106
6155
3240
6724
34
1

H107
5854
3269
5019
35
1

H108
7848
3247
4417
32
1

H11D
9703
2482
3516
47
1

H11E
10855
3687
3448
47
1

H11F
9618
3973
3937
47
1

H11G
13339
2812
5549
43
1

H11H
13284
3901
4802
43
1

H11I
12766
2360
4353
43
1

H101
11277
3143
8009
26
1

H205
6835
3230
(1307
29
1

H206
9194
3558
(125
31
1

H207
9509
3813
1598
33
1

H208
7506
3759
2183
30
1

H21A
5684
2911
2811
43
1

H21B
4603
3674
3237
43
1

H21C
5797
4492
2867
43
1

H21D
1857
3261
944
43
1

H21E
2346
4243
1990
43
1

H21F
2232
2670
1990
43
1

H201
3992
3063
(1476
25
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
1.98
2.859(3)
174.2

 N101(H101...O201ii
0.88
1.96
2.837(3)
176.3

 N201(H201...O101iii
0.88
1.98
2.848(3)
169.5 
	


Symmetry transformations used to generate equivalent atoms: 

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