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Table 1 Crystal Data and Structure Refinement for the
Title Compound

empirical formula Ci3H1sN2OI.
formula weight 472. 09
temperature 293K
wavelength 0.71073A
crystal system monoclinic
C2/¢

space group
a=18. 812(4)A
b=8.782(1)A, B=93.71(1)°
c=10.317(1)A

volume 1700.7(4)A*

Z 4

unit cell dimensions

density ( calculated) 1.844Mg + m?

F(000) 896

" 3.69mm "'

crystal size 0.18 x0.41 x 0. 52mm’
theta range for data collection 2.17t0 27.5

-2 < hs24, -1l < k<1,
-l=s1<13

reflections collected 2467

index ranges

independent reflections 1885
refinement method full-matrix least-squares on F?
goodness-of-fit on F? 1. 09

final R indices[ /> 2.00(1)] R.=0.0515, wR.=0.1294

largest diff. peak and hole 1.743 and - 1.299¢ « A}

3455cm ' ML 2B von W, XU ILGYHH

ZighkT FERTFOLIES, HBEWARIHE, 73546

F 265nm F1 360nm Ak, 265nm Ab A% 58 W% W ##5 =] 45 IR
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R ST (A B A bk B A B, 56 3 o T e MR U ) T 45
YR AL B AL BE R PH B F 2 RIRFF RS BRI . i
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KREAAABR EZ M TR MRK (RE—15
F LK EICE R 3. 8% ); £ 270CH, L&
Fr o5 o % o
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¥rgifk & P16y ORTEP EI/R TH 1, FiAIEEK
FRISEAMRAMPBERFY T2, EHENEK
MmEmIlTEI P, NE 1LATLFS, I 4- B
Nt BE FP A LR A vk B B AEGE, TR C(5) LA
BF, ER—EAENmEE, N(1)-C(5)-N(1A) #
BARN1LS, BEERT, O FAEFERAN A B4
TR C(1)-C(2)BKS, HRABRKYEERTEEZ
M, C(1) -C(2) MBRKELRLUFTERILEE R
mExh A ARG E A C-C BB, X B TirEth
PRIBEFHERMSR 4 0 FLWMEFHRERE, 5
WHE (C(5) H) HEMBA 4- HEMEN EAE
FF 89 F T (F T 1: C(1) .C(2).C(3).C(4).C(6).
C(7)N(1); ¥ 2: C(1A).C(2A).C(3A) .C(4A).
C(6A).C(7A) N(1A), BB K MEN 0. 0114,
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Table 2 Final Coordinates and Equivalent Isotropic Displacement Parameters (A?)of the Non-Hydrogen Atoms for the

Title Compound

x y z Uleq) x y z Ueq)
1(1) 0.1202(1) 0.1709(1) 0.1433(1) 0.053(1) 0(1) 0 0.4545(8) 0. 2500 0.077(2)
C(1) 0.2289(4) 0.5460(9) 0.0431(10) 0.082(3) Cc(2) 0.1677(3) 0.6279(7) 0. 0986(6) 0.050(1)
C(3) 0.1053(4) 0.6469(9) 0.0271(7) 0. 066(2) C(4) 0. 500(3) 0.7262(11) 0.0809(8) 0. 069(2)
C(5) 0 0.8759(11) 0.2500 0.085(4) C(6) 0.1176(3) 0.7610(8) 0.2715(7) 0.059(2)
C(7) 0.1732(4) 0.6848(8) 0.2224(8) 0.060(2) N(1) 0.0571(2) 0.7804(S) 0.2005(s) 0.049(1)
U{eq) =1/3 of the trace of the orthogonalized U Tensor
*3 RESYINBISKNER
Table 3 Selected Bond Lengths (A) and Angles (°) for the Titile Compound
bond lengths
C(1)-C(2) 1. 503(8) C(5)-N(1) 1. 480(7) C(2)-C(3) 1.356(10)
C(5)-N(1)#1 1.480(7) C(2)-C(7) 1.370(10) C(6)-N(1) 1.324(8)
C(3)-C(4) 1.396(11) C(6)-C(7) 1.366(9) C(4)-N(1) 1.321(10)
bond angles
C(3)-C(2)-C(7) 118. 3(6) N(1)-C(4)-C(3) 121.2(6) C(3)-C(2)-C(1) 120. 7(7)
N(1)-C(5)-N(1)#1 111.0(7) €(7)-C(2)-C(1) 121. 1(7) N(1)-C(6)-C(7) 120. 6(6)
C(2)-C(3)-C(4) 119.1(7) C(6)-C(7)-C(2) 120.7(7) C(4)-N(1)-C(6) 120. 2(5)
C(4)-N(1)-C(5) 119.6(5) C(6)-N(1)-C(5) 119.9(5)
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Fig. 1 Molecule structure of the title compound with 50%
thermal ellipsoids
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Synthesis and Crystal Structure of a New A Type Pyridine Iodide
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A new A type pyriding iodide was synthesized by reaction of 4-picoline and methyl diiodide. The structure was
characterized by elemental analysis, IR, UV and TG. The crystal structure of the title compound was determined by
X-ray single crystal diffraction. The crystal belongs to monoclinic with space group C2/c, a =18.812(4)A, b=
8.7816(6) A, ¢=10.3165(12) A, B=93.71(1), V=1700.7(4) A’, Z=4. In the molecule, two 4-picoline
molecules are bonded by -CH: group to form A type pyridine salt. CCDC: 180871.
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