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Table 1. Crystal data and structure refinement.

	


Identification code 
2007src1287 / LAS-1163-147   

Empirical formula 
C18H14N4O

Formula weight 
302.33

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
Pbca 

Unit cell dimensions
a = 14.7295(4) Å
( = 90°


b = 14.7023(4) Å
( = 90°


c = 26.7711(8) Å
(  = 90°

Volume
5797.5(3) Å3
Z
16

Density (calculated)
1.386 Mg / m3
Absorption coefficient
0.090 mm(1
F(000)
2528

Crystal
Slab; Colourless

Crystal size
0.34 ( 0.12 ( 0.05 mm3
( range for data collection
3.01 ( 27.48°

Index ranges
(19 ( h ( 17, (19 ( k ( 18, (34 ( l ( 34

Reflections collected
26155

Independent reflections
6537 [Rint = 0.0498]

Completeness to ( = 27.48°
98.5 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9955 and 0.9700

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6537 / 4 / 428

Goodness-of-fit on F2
1.107

Final R indices [F2 > 2((F2)]
R1 = 0.0654, wR2 = 0.1202

R indices (all data)
R1 = 0.0912, wR2 = 0.1346

Extinction coefficient
0.00071(13)

Largest diff. peak and hole
0.320 and (0.263 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 Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).
Special details: 

All hydrogen atoms were fixed using a standard 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.
C1
1863(2)
4498(2)
489(1)
18(1)
1

C2
2528(2)
4504(2)
874(1)
18(1)
1

C3
3302(2)
5072(2)
867(1)
20(1)
1

C4
3377(2)
5745(2)
479(1)
21(1)
1

C5
2736(2)
5744(2)
118(1)
19(1)
1

C6
2652(2)
3910(2)
1272(1)
19(1)
1

C7
2755(2)
6376(2)
(315(1)
19(1)
1

C8
3017(2)
7282(2)
(249(1)
24(1)
1

C9
3012(2)
7881(2)
(648(1)
26(1)
1

C10
2762(2)
7588(2)
(1120(1)
26(1)
1

C11
2518(2)
6686(2)
(1190(1)
26(1)
1

C12
2508(2)
6084(2)
(793(1)
23(1)
1

C13
3965(2)
3652(2)
1848(1)
22(1)
1

C14
4873(2)
3467(2)
1762(1)
29(1)
1

C15
5351(2)
2952(2)
2107(1)
35(1)
1

C16
4923(2)
2629(2)
2533(1)
32(1)
1

C17
4016(2)
2828(2)
2615(1)
29(1)
1

C18
3532(2)
3349(2)
2276(1)
25(1)
1

N1
2013(1)
5129(1)
120(1)
19(1)
1

N2
3892(1)
4859(1)
1227(1)
23(1)
1

N3
3465(1)
4142(1)
1477(1)
21(1)
1

N4
2092(1)
3228(1)
1441(1)
22(1)
1

O1
1209(1)
3960(1)
473(1)
22(1)
1

C21
(59(2)
5723(2)
699(1)
19(1)
1

C22
574(2)
5883(2)
1093(1)
19(1)
1

C23
1222(2)
6593(2)
1077(1)
20(1)
1

C24
1229(2)
7204(2)
663(1)
22(1)
1

C25
634(2)
7051(2)
290(1)
19(1)
1

C26
759(2)
5411(2)
1531(1)
20(1)
1

C27
590(2)
7632(2)
(163(1)
20(1)
1

C28
749(2)
8569(2)
(125(1)
26(1)
1

C29
714(2)
9117(2)
(547(1)
30(1)
1

C30
518(2)
8739(2)
(1009(1)
29(1)
1

C31
369(2)
7812(2)
(1049(1)
28(1)
1

C32
411(2)
7257(2)
(631(1)
22(1)
1

C33
1939(2)
5647(2)
2202(1)
21(1)
1

C34
2866(2)
5813(2)
2219(1)
24(1)
1

C35
3339(2)
5651(2)
2659(1)
27(1)
1

C36
2892(2)
5324(2)
3076(1)
27(1)
1

C37
1970(2)
5156(2)
3054(1)
28(1)
1

C38
1483(2)
5318(2)
2618(1)
26(1)
1

N21
33(1)
6320(1)
306(1)
19(1)
1

N22
1772(1)
6582(1)
1471(1)
22(1)
1

N23
1464(1)
5850(1)
1752(1)
21(1)
1

N24
323(2)
4665(1)
1723(1)
26(1)
1

O21
(654(1)
5118(1)
696(1)
23(1)
1

	


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

	


C1(O1
1.247(3)

C1(N1
1.373(3)

C1(C2
1.424(3)

C2(C6
1.389(3)

C2(C3
1.414(3)

C3(N2
1.336(3)

C3(C4
1.438(3)

C4(C5
1.350(3)

C4(H4
0.9500

C5(N1
1.397(3)

C5(C7
1.485(3)

C6(N3
1.360(3)

C6(N4
1.374(3)

C7(C12
1.397(3)

C7(C8
1.398(3)

C8(C9
1.383(3)

C8(H8
0.9500

C9(C10
1.385(3)

C9(H9
0.9500

C10(C11
1.387(3)

C10(H10
0.9500

C11(C12
1.382(3)

C11(H11
0.9500

C12(H12
0.9500

C13(C14
1.384(4)

C13(C18
1.386(3)

C13(N3
1.432(3)

C14(C15
1.387(4)

C14(H14
0.9500

C15(C16
1.387(4)

C15(H15
0.9500

C16(C17
1.385(4)

C16(H16
0.9500

C17(C18
1.385(3)

C17(H17
0.9500

C18(H18
0.9500

N1(H1
0.8800

N2(N3
1.398(3)

N4(H4A
0.887(10)

N4(H4B
0.891(10)

C21(O21
1.249(3)

C21(N21
1.376(3)

C21(C22
1.428(3)

C22(C26
1.391(3)

C22(C23
1.415(3)

C23(N22
1.330(3)

C23(C24
1.426(3)

C24(C25
1.347(3)

C24(H24
0.9500

C25(N21
1.393(3)

C25(C27
1.486(3)

C26(N23
1.359(3)

C26(N24
1.371(3)

C27(C32
1.394(3)

C27(C28
1.401(3)

C28(C29
1.387(3)

C28(H28
0.9500

C29(C30
1.387(4)

C29(H29
0.9500

C30(C31
1.384(4)

C30(H30
0.9500

C31(C32
1.387(3)

C31(H31
0.9500

C32(H32
0.9500

C33(C38
1.386(3)

C33(C34
1.388(3)

C33(N23
1.425(3)

C34(C35
1.388(3)

C34(H34
0.9500

C35(C36
1.384(3)

C35(H35
0.9500

C36(C37
1.381(4)

C36(H36
0.9500

C37(C38
1.390(3)

C37(H37
0.9500

C38(H38
0.9500

N21(H21
0.8800

N22(N23
1.390(3)

N24(H24A
0.890(10)

N24(H24B
0.894(10)

O1(C1(N1
122.0(2)

O1(C1(C2
124.0(2)

N1(C1(C2
114.0(2)

C6(C2(C3
106.1(2)

C6(C2(C1
130.0(2)

C3(C2(C1
123.2(2)

N2(C3(C2
112.0(2)

N2(C3(C4
129.3(2)

C2(C3(C4
118.6(2)

C5(C4(C3
117.5(2)

C5(C4(H4
121.2

C3(C4(H4
121.2

C4(C5(N1
122.1(2)

C4(C5(C7
123.0(2)

N1(C5(C7
114.95(19)

N3(C6(N4
125.4(2)

N3(C6(C2
105.4(2)

N4(C6(C2
129.1(2)

C12(C7(C8
118.7(2)

C12(C7(C5
121.1(2)

C8(C7(C5
120.2(2)

C9(C8(C7
120.5(2)

C9(C8(H8
119.8

C7(C8(H8
119.8

C8(C9(C10
120.5(2)

C8(C9(H9
119.8

C10(C9(H9
119.8

C9(C10(C11
119.3(2)

C9(C10(H10
120.3

C11(C10(H10
120.3

C12(C11(C10
120.7(2)

C12(C11(H11
119.6

C10(C11(H11
119.6

C11(C12(C7
120.3(2)

C11(C12(H12
119.9

C7(C12(H12
119.9

C14(C13(C18
121.3(2)

C14(C13(N3
118.8(2)

C18(C13(N3
119.9(2)

C13(C14(C15
119.1(2)

C13(C14(H14
120.4

C15(C14(H14
120.4

C16(C15(C14
120.3(3)

C16(C15(H15
119.9

C14(C15(H15
119.9

C17(C16(C15
119.8(2)

C17(C16(H16
120.1

C15(C16(H16
120.1

C18(C17(C16
120.6(2)

C18(C17(H17
119.7

C16(C17(H17
119.7

C17(C18(C13
118.9(2)

C17(C18(H18
120.6

C13(C18(H18
120.6

C1(N1(C5
124.22(19)

C1(N1(H1
117.9

C5(N1(H1
117.9

C3(N2(N3
103.26(18)

C6(N3(N2
113.16(18)

C6(N3(C13
127.32(19)

N2(N3(C13
118.63(19)

C6(N4(H4A
109.2(18)

C6(N4(H4B
114.2(19)

H4A(N4(H4B
114(3)

O21(C21(N21
121.3(2)

O21(C21(C22
125.5(2)

N21(C21(C22
113.24(19)

C26(C22(C23
105.2(2)

C26(C22(C21
132.0(2)

C23(C22(C21
122.7(2)

N22(C23(C22
112.2(2)

N22(C23(C24
128.3(2)

C22(C23(C24
119.6(2)

C25(C24(C23
117.7(2)

C25(C24(H24
121.1

C23(C24(H24
121.1

C24(C25(N21
121.3(2)

C24(C25(C27
122.5(2)

N21(C25(C27
116.14(19)

N23(C26(N24
125.1(2)

N23(C26(C22
106.2(2)

N24(C26(C22
128.7(2)

C32(C27(C28
119.1(2)

C32(C27(C25
121.0(2)

C28(C27(C25
119.9(2)

C29(C28(C27
120.4(2)

C29(C28(H28
119.8

C27(C28(H28
119.8

C28(C29(C30
120.1(2)

C28(C29(H29
120.0

C30(C29(H29
120.0

C31(C30(C29
119.8(2)

C31(C30(H30
120.1

C29(C30(H30
120.1

C30(C31(C32
120.6(2)

C30(C31(H31
119.7

C32(C31(H31
119.7

C31(C32(C27
120.1(2)

C31(C32(H32
120.0

C27(C32(H32
120.0

C38(C33(C34
120.8(2)

C38(C33(N23
120.9(2)

C34(C33(N23
118.2(2)

C33(C34(C35
119.4(2)

C33(C34(H34
120.3

C35(C34(H34
120.3

C36(C35(C34
120.4(2)

C36(C35(H35
119.8

C34(C35(H35
119.8

C37(C36(C35
119.6(2)

C37(C36(H36
120.2

C35(C36(H36
120.2

C36(C37(C38
120.9(2)

C36(C37(H37
119.6

C38(C37(H37
119.6

C33(C38(C37
119.0(2)

C33(C38(H38
120.5

C37(C38(H38
120.5

C21(N21(C25
125.31(19)

C21(N21(H21
117.3

C25(N21(H21
117.3

C23(N22(N23
103.94(18)

C26(N23(N22
112.43(18)

C26(N23(C33
130.1(2)

N22(N23(C33
117.43(18)

C26(N24(H24A
111.6(19)

C26(N24(H24B
116.6(19)

H24A(N24(H24B
118(3)

	


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
19(1) 
15(1)
19(1) 
(1(1)
2(1) 
2(1)

C2
17(1) 
19(1)
16(1) 
0(1)
0(1) 
2(1)

C3
20(1) 
21(1)
19(1) 
(3(1)
(1(1) 
0(1)

C4
21(1) 
19(1)
22(1) 
1(1)
(1(1) 
(2(1)

C5
22(1) 
17(1)
18(1) 
(1(1)
1(1) 
0(1)

C6
20(1) 
19(1)
19(1) 
(3(1)
1(1) 
3(1)

C7
15(1) 
22(1)
21(1) 
1(1)
0(1) 
1(1)

C8
23(1) 
25(1)
24(1) 
0(1)
(1(1) 
(2(1)

C9
24(1) 
21(1)
32(1) 
5(1)
(1(1) 
(2(1)

C10
26(1) 
25(1)
27(1) 
10(1)
3(1) 
4(1)

C11
30(1) 
28(1)
20(1) 
0(1)
0(1) 
2(1)

C12
26(1) 
20(1)
22(1) 
0(1)
1(1) 
0(1)

C13
26(1) 
20(1)
20(1) 
(1(1)
(5(1) 
(1(1)

C14
27(1) 
35(1)
24(1) 
3(1)
0(1) 
0(1)

C15
26(1) 
51(2)
30(1) 
3(1)
(2(1) 
12(1)

C16
42(2) 
32(1)
22(1) 
2(1)
(6(1) 
12(1)

C17
38(2) 
30(1)
19(1) 
0(1)
(2(1) 
4(1)

C18
25(1) 
30(1)
21(1) 
(1(1)
(1(1) 
1(1)

N1
20(1) 
20(1)
16(1) 
0(1)
(3(1) 
(1(1)

N2
26(1) 
23(1)
21(1) 
5(1)
(5(1) 
(4(1)

N3
22(1) 
21(1)
20(1) 
3(1)
(3(1) 
(3(1)

N4
21(1) 
23(1)
23(1) 
3(1)
(1(1) 
1(1)

O1
21(1) 
21(1)
23(1) 
2(1)
(1(1) 
(2(1)

C21
18(1) 
17(1)
21(1) 
(1(1)
1(1) 
1(1)

C22
22(1) 
17(1)
18(1) 
(2(1)
1(1) 
1(1)

C23
22(1) 
17(1)
20(1) 
(2(1)
(1(1) 
(1(1)

C24
24(1) 
18(1)
22(1) 
0(1)
(1(1) 
(5(1)

C25
20(1) 
19(1)
19(1) 
0(1)
0(1) 
(1(1)

C26
21(1) 
18(1)
20(1) 
(2(1)
3(1) 
2(1)

C27
16(1) 
22(1)
22(1) 
2(1)
(1(1) 
0(1)

C28
23(1) 
24(1)
31(1) 
2(1)
(7(1) 
(3(1)

C29
24(1) 
23(1)
42(2) 
11(1)
(3(1) 
(1(1)

C30
21(1) 
38(2)
29(1) 
15(1)
5(1) 
2(1)

C31
24(1) 
41(2)
20(1) 
6(1)
4(1) 
3(1)

C32
18(1) 
27(1)
21(1) 
2(1)
1(1) 
(1(1)

C33
27(1) 
19(1)
16(1) 
(2(1)
(2(1) 
4(1)

C34
30(1) 
21(1)
21(1) 
0(1)
(1(1) 
(1(1)

C35
30(1) 
25(1)
26(1) 
1(1)
(5(1) 
(2(1)

C36
36(2) 
24(1)
20(1) 
0(1)
(6(1) 
6(1)

C37
35(2) 
31(1)
19(1) 
4(1)
4(1) 
8(1)

C38
26(1) 
28(1)
23(1) 
4(1)
0(1) 
4(1)

N21
20(1) 
20(1)
17(1) 
(1(1)
(4(1) 
(2(1)

N22
29(1) 
19(1)
17(1) 
3(1)
(3(1) 
(2(1)

N23
25(1) 
21(1)
17(1) 
1(1)
(2(1) 
(1(1)

N24
26(1) 
25(1)
26(1) 
8(1)
(2(1) 
(3(1)

O21
21(1) 
20(1)
28(1) 
2(1)
(3(1) 
(3(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H4
3859
6174
476
25
1

H8
3199
7488
72
29
1

H9
3181
8498
(597
31
1

H10
2758
8000
(1393
32
1

H11
2357
6478
(1514
31
1

H12
2331
5470
(845
27
1

H14
5165
3689
1470
34
1

H15
5975
2821
2052
42
1

H16
5250
2272
2767
38
1

H17
3723
2605
2907
35
1

H18
2914
3497
2337
30
1

H1
1629
5147
(132
22
1

H4A
1666(14)
3123(19)
1214(8)
33
1

H4B
2383(17)
2731(12)
1543(10)
33
1

H24
1640
7702
651
26
1

H28
883
8831
191
31
1

H29
823
9752
(518
36
1

H30
488
9114
(1297
35
1

H31
236
7554
(1366
34
1

H32
317
6621
(664
26
1

H34
3174
6035
1932
29
1

H35
3973
5765
2673
32
1

H36
3217
5215
3377
32
1

H37
1664
4927
3340
34
1

H38
849
5206
2605
31
1

H21
(315
6233
43
23
1

H24A
(69(16)
4430(18)
1506(9)
38
1

H24B
661(17)
4279(16)
1903(9)
38
1

	


Table 6. Hydrogen bonds [Å and °].

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

 N1(H1...O21i
0.88
2.12
2.984(2)
167.2

 N4(H4A...O1
0.887(10)
2.43(2)
3.091(3)
132(2)

 N4(H4B...N22ii
0.891(10)
2.107(15)
2.943(3)
156(2)

 N21(H21...O1i
0.88
1.93
2.806(2)
172.7

 N24(H24A...O21
0.890(10)
2.54(2)
3.175(3)
129(2) 
	


Symmetry transformations used to generate equivalent atoms: 

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