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Table 1. Crystal data and structure refinement.



Identification code 
01src265_2 (Phase 2)     

Compound
C13H14N4O · 2 C6F4I2
Empirical formula 
C25H14F8I4N4O

Formula weight 
1046.00

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 25.1399(9) Å
( = 90°


b = 4.57150(10) Å
( = 92.3760(15)°


c = 25.8949(12) Å
(  = 90°

Volume
2973.47(19) Å3
Z
4

Density (calculated)
2.337 Mg / m3
Absorption coefficient
4.270 mm(1
F(000)
1936

Crystal
Needle; colourless

Crystal size
0.35 ( 0.04 ( 0.02 mm3
( range for data collection
3.15 ( 26.00°

Index ranges
(30 ( h ( 30, (4 ( k ( 5, (31 ( l ( 31

Reflections collected
8357

Independent reflections
2888 [Rint = 0.0632]

Completeness to ( = 26.00°
98.8 % 

Max. and min. transmission
0.9195 and 0.3165

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2888 / 0 / 198

Goodness-of-fit on F2
0.923

Final R indices [F2 > 2((F2)]
R1 = 0.0392, wR2 = 0.0556

R indices (all data)
R1 = 0.0745, wR2 = 0.0606

Largest diff. peak and hole
0.924 and (0.786 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: 

This is the 1:2 analogue of 01src264 

The corrugated sheets are topologically identical with those in 01src264 (I2(N1 = 2.886(4), N2(H…O1 H-bonds, Figs.)

There are additional weak (electrostatic) interactions between I1…. O1 =3.433(1) that connect these sheets (Figs.)

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
5073(1)
6890(1)
1228(1)
39(1)
1

F1
5845(1)
11215(6)
647(1)
40(1)
1

F2
4232(1)
6217(6)
275(1)
43(1)
1

C1
5038(3)
8702(10)
487(2)
28(2)
1

C2
4619(3)
8097(10)
148(2)
32(2)
1

C3
5423(3)
10580(10)
333(2)
26(1)
1

I2
3089(1)
6396(1)
1237(1)
26(1)
1

F3
2064(1)
3618(5)
653(1)
35(1)
1

F4
3386(1)
10579(6)
282(1)
34(1)
1

C11
2741(2)
7071(10)
495(2)
22(1)
1

C12
2287(3)
5591(10)
335(2)
27(2)
1

C13
2946(2)
9026(10)
151(2)
22(1)
1

O1
5000
4857(9)
2500
33(2)
1

N1
3409(2)
5458(8)
2307(2)
25(1)
1

N2
4560(2)
569(8)
2359(2)
20(1)
1

C4
3755(2)
3532(9)
2519(2)
19(1)
1

C5
3780(2)
2907(10)
3043(2)
29(2)
1

C6
3426(3)
4360(11)
3360(2)
34(2)
1

C7
3073(2)
6332(11)
3147(2)
31(2)
1

C8
3077(2)
6850(11)
2626(2)
29(2)
1

C9
4091(2)
1979(10)
2138(2)
24(1)
1

C10
5000
2072(15)
2500
23(2)
1



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



I1(C1
2.089(5)

I1(O1
3.4334(12)

F1(C3
1.342(6)

F2(C2
1.350(6)

C1(C3
1.365(7)

C1(C2
1.371(8)

C2(C3i
1.385(7)

C3(C2i
1.385(7)

I2(C11
2.101(5)

I2(N1
2.886(4)

F3(C12
1.358(5)

F4(C13
1.346(6)

C11(C12
1.375(7)

C11(C13
1.378(6)

C12(C13ii
1.377(7)

C13(C12ii
1.377(7)

O1(C10
1.273(7)

N1(C4
1.339(6)

N1(C8
1.357(6)

N2(C10
1.340(5)

N2(C9
1.440(6)

N2(H2
0.8800

C4(C5
1.387(6)

C4(C9
1.503(7)

C5(C6
1.401(7)

C5(H5
0.9500

C6(C7
1.366(7)

C6(H6
0.9500

C7(C8
1.369(7)

C7(H7
0.9500

C8(H8
0.9500

C9(H9A
0.9900

C9(H9B
0.9900

C10(N2iii
1.340(5)

C1(I1(O1
170.59(15)

C3(C1(C2
118.3(5)

C3(C1(I1
120.9(5)

C2(C1(I1
120.7(4)

F2(C2(C1
121.0(5)

F2(C2(C3i
117.9(6)

C1(C2(C3i
121.1(6)

F1(C3(C1
120.8(5)

F1(C3(C2i
118.6(5)

C1(C3(C2i
120.6(6)

C11(I2(N1
171.53(18)

C12(C11(C13
116.9(5)

C12(C11(I2
120.9(4)

C13(C11(I2
122.2(4)

F3(C12(C11
120.1(5)

F3(C12(C13ii
117.8(5)

C11(C12(C13ii
122.0(5)

F4(C13(C12ii
118.6(5)

F4(C13(C11
120.4(5)

C12ii(C13(C11
121.0(5)

C10(O1(I1
105.70(7)

C4(N1(C8
117.7(4)

C4(N1(I2
129.9(3)

C8(N1(I2
111.2(3)

C10(N2(C9
122.1(4)

C10(N2(H2
119.0

C9(N2(H2
119.0

N1(C4(C5
122.5(5)

N1(C4(C9
114.6(4)

C5(C4(C9
122.8(5)

C4(C5(C6
118.1(5)

C4(C5(H5
120.9

C6(C5(H5
120.9

C7(C6(C5
119.6(5)

C7(C6(H6
120.2

C5(C6(H6
120.2

C6(C7(C8
118.8(6)

C6(C7(H7
120.6

C8(C7(H7
120.6

N1(C8(C7
123.2(5)

N1(C8(H8
118.4

C7(C8(H8
118.4

N2(C9(C4
115.1(4)

N2(C9(H9A
108.5

C4(C9(H9A
108.5

N2(C9(H9B
108.5

C4(C9(H9B
108.5

H9A(C9(H9B
107.5

O1(C10(N2
120.9(3)

O1(C10(N2iii
120.9(3)

N2(C10(N2iii
118.3(6)



Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y+2,(z    (ii) (x+1/2,(y+3/2,(z    (iii) (x+1,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
57(1) 
36(1)
24(1) 
1(1)
3(1) 
5(1)

F1
41(3) 
52(2)
27(2) 
(4(1)
(6(2) 
(4(2)

F2
44(3) 
41(2)
44(2) 
1(2)
6(2) 
(10(2)

C1
44(5) 
27(3)
14(3) 
(4(2)
8(3) 
1(3)

C2
48(5) 
22(3)
27(4) 
(6(3)
11(4) 
(1(3)

C3
27(4) 
26(3)
23(3) 
(8(2)
(6(3) 
0(3)

I2
31(1) 
27(1)
19(1) 
1(1)
(2(1) 
2(1)

F3
38(2) 
37(2)
29(2) 
11(1)
4(2) 
(9(2)

F4
34(3) 
38(2)
30(2) 
7(1)
(4(2) 
(3(2)

C11
18(4) 
30(3)
19(3) 
1(2)
(2(3) 
5(3)

C12
39(5) 
22(3)
20(3) 
5(2)
11(3) 
0(3)

C13
17(4) 
27(3)
21(3) 
(5(2)
(2(3) 
(2(3)

O1
40(4) 
8(3)
51(4) 
0
0(3) 
0

N1
29(4) 
26(2)
20(3) 
4(2)
2(3) 
(2(2)

N2
17(3) 
12(2)
32(3) 
3(2)
(6(2) 
(2(2)

C4
23(4) 
18(3)
17(3) 
0(2)
1(3) 
(5(3)

C5
31(4) 
27(3)
28(4) 
7(2)
0(3) 
4(3)

C6
40(5) 
44(4)
16(4) 
3(3)
(2(3) 
(6(3)

C7
23(4) 
38(3)
32(4) 
(4(3)
6(3) 
(3(3)

C8
28(4) 
28(3)
31(4) 
4(3)
(1(3) 
6(3)

C9
29(4) 
21(3)
24(3) 
(2(2)
(1(3) 
(4(3)

C10
27(6) 
20(4)
21(5) 
0
4(4) 
0



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

Atom 
x
y
z
Ueq
S.o.f.
H2
4557
(1340
2402
54(19)
1

H5
4029
1532
3184
6(12)
1

H6
3432
3976
3721
26(14)
1

H7
2829
7326
3356
49(18)
1

H8
2835
8252
2481
42(17)
1

H9A
3869
486
1956
32(15)
1

H9B
4203
3413
1878
50(17)
1



Table 6. Hydrogen bonds [Å and °].

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

 N2(H2...O1iv
0.88
2.07
2.853(5)
147.2 



Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y+2,(z    (ii) (x+1/2,(y+3/2,(z    (iii) (x+1,y,(z+1/2 

(iv)  x,y(1,z  
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