JOURNAL OF
STRUCTURAL CHEMISTRY

A translation of Zhurnal Strukturnoi Khimii

Volume 51, Number 1

January-February, 2010

Electronic Structure of Pu®" and Pu*" Impurity Centers in Zircon — M. V. Ryzhkov, A. L. Ivanovskii,
A. V. Porotnikov, Yu. V. Shchapova, and S. L. Votyakov ................. ...,

Interaction of L-Cysteine with Selenious and Selenic Acids: a Study by the Density Functional

Theory Method — A. N. Pankratov, N. A. Bychkov, and O. M. Tsivileva ...................

Application of Topological Indices in Correlation Analysis of N-Alkylcarboxylimides

of Cyclic 1,2-Dicarbonic Acidsc — M. S. Salakhov, O. T. Grechkina, and B. T. Bagmanov ....

Structure of a Zinc(II) N,N'-Ethylene-bis(acetylacetoniminate) Molecule, ZnO,N,C,,Hg,
According to Gas Electron Diffraction Data and Quantum Chemical Calculations
— G. V. Girichev, N. I. Giricheva, E. D. Pelevina, N. V. Tverdova, N. P. Kuz’mina,

and O. V. KotOVa. .. ..o

Calculation and Analysis of the Structure and Vibrational Spectra of Uracil Tautomers

— G. N. Ten, V. V. Nechaev, R. S. Shcherbakov, and V. 1. Baranov........................

Infrared Spectroscopy and the Structure of Lag 33Z1,(PO4);—Ybg 33Z1,(PO4); Solid Solutions

— E. Yu. Borovikova, V. S. Kurazhkovskaya, D. M. Bykov, and A. . Orlova ................

Study of the '4,<>°T, Spin Transition in Mix-Ligand Complexes of Iron(Il) Hexafluorosilicate
with 1,2,4-Triazole and 4-Amino-1,2,4-Triazole — O. G. Shakirova, M. Grunert,

D. Yu. Naumov, F. Giitlich, and L. G. Lavrenova. . ... ...ttt

Crystal Structure, Energy Band and Optical Properties of Benzoic Acid — 2-Amino-4,6-

dimethylpyrimidine (1:1) co-Crystals — Z. Li, J. Huang, A. Meng, and B. Zheng .............

Probability of Fluctuations of the Number of Nearest Neighbors in a Hard Sphere Liquid:

Asymptotic Decomposition — Yu. T. Pavlyukhin .............. ... ... ... ..

Structure of Heteroassociates Formed in the HF—(C,Hs),0 Liquid System — E. G. Tarakanova

and G. V. YUuKhnevich .. ...

Thermal Coefficients and Internal Pressure of Aqueous Urea. Concentration, Temperature,

and Isotopy Effects — V. P. Korolev ........ ..o i
Structure of Ir and Ir-Al,0; Coatings Obtained by Chemical Vapor Deposition in the Presence of

Oxygen — N. V. Gelfond, N. B. Morozova, 1. K. I[gumenov, E. S. Filatov, S. A. Gromilov,

Yu. V. Shubin, R. I. Kvon, and V. S. Danilovich ........... ... ... ...,

Specific Non-Valent lodine...Chlorine Interactions in the Structures of Copper(II) Chloride
Complexes with Bis(3,5-dimethyl-4-iodopyrazol-1-yl)methane — A. V. Virovets,

D. A. Piryazev, E. V. Lider, A. I. Smolentsev, S. F. Vasilevskii, and L. G. Lavrenova..........

First Example of Ruthenium Nitroso Monoammine Complex. Crystal Structure of
[Ru(NO)(NH3);(H,0)CI][Ru(NO)(NH;);(OH)CI][Ru(NO)(NH;)Cl4],Cl-2H,0

— M. A. Il’in, V. A. Emel’yanov, and . A. Baidina ................ .. ... ...

CONTENTS
Engl./Russ.
1 7

9 15

16 22
23 29
32 38
40 46
45 51
53 58
60 65
69 74
76 81
82 88
92 98
99 105


/abstract/jory/10/jory0001_abstract.pdf
/abstract/jory/10/jory0009_abstract.pdf
/abstract/jory/10/jory0016_abstract.pdf
/abstract/jory/10/jory0023_abstract.pdf
/abstract/jory/10/jory0032_abstract.pdf
/abstract/jory/10/jory0040_abstract.pdf
/abstract/jory/10/jory0045_abstract.pdf
/abstract/jory/10/jory0053_abstract.pdf
/abstract/jory/10/jory0060_abstract.pdf
/abstract/jory/10/jory0069_abstract.pdf
/abstract/jory/10/jory0076_abstract.pdf
/abstract/jory/10/jory0082_abstract.pdf
/abstract/jory/10/jory0092_abstract.pdf
/abstract/jory/10/jory0099_abstract.pdf

CONTENTS

(continued)
Engl./Russ.
Tin(IV) Porphyrin Complexes. Crystal Structures of meso-Tetraphenylporphyrinatotin(IV) Diacetate,
Bis(dichloroacetate), Bis(trifluoroacetate) and Diformate, and Structural Correlations for Tin(IV)
Porphyrin Complexes with O-Bound Anionic Ligands — J. C. McMurtrie and D. P. Arnold. .. . 107 113
Crystal and Molecular Structure of 1,1'-Bis-(Acetoacetyl)Ferrocene — A. D. Vasiliev, O. A. Bayukov,
A. A. Kondrasenko, E. E. Sergeev, P. V Fabinskiy, and V. A. Fedorov....................... 114 120
Structure and Properties of Bis {[2-(4-fert-Butyl)phen]ethyl} Phosphine Sulfide
— N. K. Gusarova, S. F. Malysheva, N. A. Belogorlova, O. N. Kazheva, A. N. Chekhlov,
G. G. Aleksandrov, O. A. D’yachenko, L. M. Sinegovskaya, and B. A. Trofimov.............. 120 126
A Method to Calculate the Energy Levels of Nanoobjects with a Periodic Framework Structure
L AL GIIDOV oo 126 131

Features of the Real Structure of Pseudoboehmites: Violations of the Structure and Layer Packing

Caused by Crystallization Water — K. I. Shefer, S. V. Cherepanova, E. M. Moroz,

E. Yu. Gerasimov, and S. V. Tsybulya .. ... ...t n 132 137
Molecular Pair Interaction Energy. I. Analysis of Supramolecular Architecture in the Crystals

of Polyfluorinated Enaminoimines and Enaminoketones of Indan Series — T. V. Rybalova

and YU. V. Gatilov ...ttt et e 142 148
Molecular Pair Interaction Energy. II. Analysis of the Supramolecular Crystal Architecture

of the Complexes of Polyfluoroaromatic Enaminoimine and Enaminoketones with Dioxane

and Pyridine — T. V. Rybalovaand Yu. V. Gatilov. .. .............ooiiiiiiiiiiaian... 149 155
Quantitative Phase Analysis on a Single Crystal X-Ray Diffractometer Equipped with a Two-

Dimensional Flat Detector — A. V. Alexeev and S. A. Gromilov......................... ... 156 162
BRIEF COMMUNICATIONS

Hydrogen Bond in the H;O(Ph;PO); Complex. Features of the Electron Density Distribution

— 1. V. Drebushchak and S. G. KOZIOVA . ... ..ottt e 166 172
Structural, Electronic, and Magnetic Properties of CaCNi;, SrCNi; and BaCNi; Antiperovskites

in Comparison to Superconducting MgCNi; — V. V. Bannikov, I. R. Shein,

and A. L. IvanovsKil . .. ... .ot 170 176
Crystal Structure of Triple Molybdate in the Rb,M0oO,—Nd,(M00O,);—Zr(Mo0QO,), System

— O. D. Chimitova, B. G. Bazarov, R. F. Klevtsova, A. G. Anshits, K. N. Fedorov,

A. V. Dubentsov, T. A. Vereshchagina, Yu. L. Tushinova, L. A. Glinskaya, Zh. G. Bazarova,

ANd L. T GONOTOVA .o\ e ettt ettt et e e e e et e e e e e 173 179
Synthesis and Structure of C,,H,,FN,03"-CuCl;” — A. D. Vasiliev and N. N. Golovnev ............ 177 183
X-Ray Study of M(Aet),-8H,0 (M = Sr, Ba) and the Crystal Structure of [Sr(Aet)(OH,)s](Aet)-3H,0

— E. B. Miminoshvili, K. E. Miminoshvili, L. A. Beridze, and S. R. Zazashvili............... 181 187
Crystal Structure of [Co(N,C,Hs);][AuBr4],Br Bis(tetrabromoaurate(II)) Tris(ethylenediamine)

Cobalt(I1I) Bromide — 1. A. Baidina and E. V. Makotchenko . .. ................coooooioi... 187 193
Crystal Structure Refinement of fac-Co(NH,C,H,40);-3H,0: Octahedron or Trigonal Prism?

— A. V. Virovets, Yu. A. Mikhailenko, E. V. Peresypkina, S. V. Tkachev, and T. G. Cherkasova ... 190 196
Crystal Structure and Luminescence of Terbium(IIT) Methacrylate — B. V. Bukvetskii,

N. V. Petrochenkova, and A. G. Mirochnik ........ .. .. . i i i 194 201

Journal of Structural Chemistry is abstracted or indexed in Chemical Abstracts Service, SCOPUS.


/abstract/jory/10/jory0107_abstract.pdf
/abstract/jory/10/jory0114_abstract.pdf
/abstract/jory/10/jory0120_abstract.pdf
/abstract/jory/10/jory0126_abstract.pdf
/abstract/jory/10/jory0132_abstract.pdf
/abstract/jory/10/jory0142_abstract.pdf
/abstract/jory/10/jory0149_abstract.pdf
/abstract/jory/10/jory0156_abstract.pdf
/abstract/jory/10/jory0166_abstract.pdf
/abstract/jory/10/jory0170_abstract.pdf
/abstract/jory/10/jory0173_abstract.pdf
/abstract/jory/10/jory0177_abstract.pdf
/abstract/jory/10/jory0181_abstract.pdf
/abstract/jory/10/jory0187_abstract.pdf
/abstract/jory/10/jory0190_abstract.pdf
/abstract/jory/10/jory0194_abstract.pdf


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (None)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (None)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveEPSInfo true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
    /CenturyGothic
    /CenturyGothic-Bold
    /CenturyGothic-BoldItalic
    /CenturyGothic-Italic
    /Courier
    /Courier-Bold
    /Courier-BoldOblique
    /CourierNewPS-BoldItalicMT
    /CourierNewPS-BoldMT
    /CourierNewPS-ItalicMT
    /CourierNewPSMT
    /Courier-Oblique
    /CourierStd
    /CourierStd-Bold
    /CourierStd-BoldOblique
    /CourierStd-Oblique
    /Georgia
    /Georgia-Bold
    /Georgia-BoldItalic
    /Georgia-Italic
    /Impact
    /LucidaConsole
    /Tahoma
    /Tahoma-Bold
    /Trebuchet-BoldItalic
    /TrebuchetMS
    /TrebuchetMS-Bold
    /TrebuchetMS-Italic
    /Verdana
    /Verdana-Bold
    /Verdana-BoldItalic
    /Verdana-Italic
  ]
  /AntiAliasColorImages false
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages false
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputCondition ()
  /PDFXRegistryName (http://www.color.org)
  /PDFXTrapped /False

  /Description <<
    /JPN <FEFF3053306e8a2d5b9a306f300130d330b830cd30b9658766f8306e8868793a304a3088307353705237306b90693057305f00200050004400460020658766f830924f5c62103059308b3068304d306b4f7f75283057307e305930023053306e8a2d5b9a30674f5c62103057305f00200050004400460020658766f8306f0020004100630072006f0062006100740020304a30883073002000520065006100640065007200200035002e003000204ee5964d30678868793a3067304d307e30593002>
    /DEU <>
    /FRA <>
    /PTB <>
    /DAN <>
    /NLD <>
    /ESP <>
    /SUO <>
    /ITA <>
    /NOR <>
    /SVE <>
    /ENU <FEFF00500072006f006400750063006500730020005000440046002000660069006c0065007300200077006800690063006800200061007200650020007500730065006400200066006f00720020006400690067006900740061006c0020007000720069006e00740069006e006700200061006e00640020006f006e006c0069006e0065002000750073006100670065002e000d0028006300290020003200300030003400200053007000720069006e00670065007200200061006e006400200049006d007000720065007300730065006400200047006d00620048000d>
  >>
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [5952.755 8418.897]
>> setpagedevice


