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Table 1. Crystal data and structure refinement.



Identification code 
01src264    

Empirical formula 
C19H14F4I2N4O

Formula weight 
644.14

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 31.7811(10) Å
( = 90°


b = 4.52810(10) Å
( = 99.8140(11)°


c = 14.8008(6) Å
(  = 90°

Volume
2098.78(12) Å3
Z
4

Density (calculated)
2.039 Mg / m3
Absorption coefficient
3.050 mm(1
F(000)
1224

Crystal
Prism; colourless

Crystal size
0.15 ( 0.10 ( 0.08 mm3
( range for data collection
3.28 ( 25.99°

Index ranges
(38 ( h ( 38, (4 ( k ( 5, (16 ( l ( 18

Reflections collected
6786

Independent reflections
1955 [Rint = 0.0468]

Completeness to ( = 25.99°
94.7 % 

Max. and min. transmission
0.7924 and 0.6576

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
1955 / 0 / 145

Goodness-of-fit on F2
0.980

Final R indices [F2 > 2((F2)]
R1 = 0.0288, wR2 = 0.0712

R indices (all data)
R1 = 0.0333, wR2 = 0.0737

Extinction coefficient
0.0053(2)

Largest diff. peak and hole
1.264 and (1.123 e Å(3


Diffractometer: Enraf Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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). Program used to solve structure: 

SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Program used to refine structure: SHELXL97 (G. M. Sheldrick 

(1997), University of Göttingen, Germany).  
Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details: 

I1…N1 interactions: 2.900(2) Å: infinite 1D chains

Chains are connected via N2(H…O1 hydrogen bonds (Table 6) giving an infinite 2D network (corrugated sheets).   

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.
I1
1790(1)
(173(1)
3048(1)
23(1)
1

F1
2777(1)
1342(4)
3826(1)
38(1)
1

F2
1686(1)
(4551(3)
4700(1)
31(1)
1

C1
2214(1)
(1560(6)
4213(2)
23(1)
1

C2
2633(1)
(571(6)
4398(2)
25(1)
1

C3
2091(1)
(3508(6)
4832(2)
23(1)
1

O1
0
1349(5)
2500
28(1)
1

N1
1142(1)
1115(6)
1467(2)
26(1)
1

N2
345(1)
5673(5)
2359(2)
23(1)
1

C4
784(1)
2684(5)
1438(2)
20(1)
1

C5
476(1)
2830(6)
656(2)
30(1)
1

C6
542(1)
1335(7)
(122(2)
36(1)
1

C7
907(1)
(263(6)
(87(3)
36(1)
1

C8
1200(1)
(314(6)
709(3)
34(1)
1

C9
747(1)
4215(6)
2327(2)
24(1)
1

C10
0
4090(9)
2500
21(1)
1



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



I1(C1
2.096(3)

I1(N1
2.900(2)

F1(C2
1.345(3)

F2(C3
1.351(3)

C1(C3
1.376(4)

C1(C2
1.388(4)

C2(C3i
1.378(4)

C3(C2i
1.378(4)

O1(C10
1.241(5)

N1(C8
1.335(4)

N1(C4
1.337(3)

N2(C10
1.355(3)

N2(C9
1.448(4)

N2(H2
0.8800

C4(C5
1.384(4)

C4(C9
1.509(4)

C5(C6
1.382(4)

C5(H5
0.9500

C6(C7
1.361(5)

C6(H6
0.9500

C7(C8
1.373(6)

C7(H7
0.9500

C8(H8
0.9500

C9(H9A
0.9900

C9(H9B
0.9900

C10(N2ii
1.355(3)

C1(I1(N1
172.99(9)

C3(C1(C2
116.7(2)

C3(C1(I1
121.58(19)

C2(C1(I1
121.8(2)

F1(C2(C3i
118.6(3)

F1(C2(C1
120.1(3)

C3i(C2(C1
121.3(3)

F2(C3(C1
120.0(2)

F2(C3(C2i
118.0(2)

C1(C3(C2i
122.0(2)

C8(N1(C4
118.0(3)

C8(N1(I1
113.5(2)

C4(N1(I1
128.09(17)

C10(N2(C9
120.4(3)

C10(N2(H2
119.8

C9(N2(H2
119.8

N1(C4(C5
122.0(3)

N1(C4(C9
114.1(2)

C5(C4(C9
124.0(2)

C6(C5(C4
119.2(3)

C6(C5(H5
120.4

C4(C5(H5
120.4

C7(C6(C5
118.6(3)

C7(C6(H6
120.7

C5(C6(H6
120.7

C6(C7(C8
119.5(3)

C6(C7(H7
120.3

C8(C7(H7
120.3

N1(C8(C7
122.8(3)

N1(C8(H8
118.6

C7(C8(H8
118.6

N2(C9(C4
116.0(2)

N2(C9(H9A
108.3

C4(C9(H9A
108.3

N2(C9(H9B
108.3

C4(C9(H9B
108.3

H9A(C9(H9B
107.4

O1(C10(N2
121.95(19)

O1(C10(N2ii
121.95(19)

N2(C10(N2ii
116.1(4)



Symmetry transformations used to generate equivalent atoms: 

(i) (x+1/2,(y(1/2,(z+1    (ii) (x,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
I1
18(1) 
27(1)
23(1) 
1(1)
(2(1) 
3(1)

F1
27(1) 
47(1)
38(1) 
19(1)
0(1) 
(10(1)

F2
15(1) 
40(1)
36(1) 
6(1)
(2(1) 
(9(1)

C1
18(1) 
26(2)
24(2) 
(1(1)
(1(1) 
1(1)

C2
22(2) 
24(1)
30(2) 
7(1)
6(1) 
0(1)

C3
13(1) 
26(2)
28(2) 
(4(1)
(1(1) 
(5(1)

O1
29(2) 
9(2)
48(2) 
0
11(1) 
0

N1
19(1) 
32(1)
26(1) 
(1(1)
2(1) 
7(1)

N2
16(1) 
16(1)
38(2) 
0(1)
8(1) 
0(1)

C4
16(1) 
21(1)
22(1) 
3(1)
0(1) 
(1(1)

C5
19(2) 
39(2)
30(2) 
5(1)
(2(1) 
7(1)

C6
30(2) 
53(2)
22(2) 
4(1)
(6(1) 
0(2)

C7
28(2) 
50(2)
30(2) 
(7(1)
11(2) 
(1(1)

C8
27(2) 
47(2)
28(2) 
(7(1)
6(2) 
11(1)

C9
16(2) 
26(1)
28(2) 
(1(1)
2(1) 
2(1)

C10
18(2) 
20(2)
24(2) 
0
4(2) 
0



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

Atom 
x
y
z
Ueq
S.o.f.
H2
324
7600
2287
49(10)
1

H5
223
3945
654
38(8)
1

H6
337
1421
(669
56(10)
1

H7
958
(1334
(609
44(9)
1

H8
1456
(1414
721
37(8)
1

H9A
797
2735
2827
36(8)
1

H9B
978
5702
2455
35(9)
1



Table 6. Hydrogen bonds [Å and °].

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

 N2(H2...O1iii
0.88
2.04
2.815(3)
146.8 



Symmetry transformations used to generate equivalent atoms: 

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