JOURNAL OF
STRUCTURAL CHEMISTRY

A translation of Zhurnal Strukturnoi Khimii

Volume 57, Number 3

May-June, 2016

A Study of the Electronic Structure and Properties of the Propargyl Radical — V. V. Turovtsev,

E. M. Chernova, V. N. Sitnikov, V. N. Emel yanenko, and Yu.D.Orlov .....................
Quantum Chemical Simulation of trans- and cis-Isomers of bis-Chelate Azomethine Complexes

of Ni(II), Pd(II), and Pt(II) with the MN,Y, (Y = O, S, Se) Coordination Core —

N. N. Kharabayev, A. G. Starikov,and V. L. Minkin .............. ... ... o ...
Prediction of Enthalpies of Vaporization Based on Modified Randi¢ Indices. Esters — E. L. Krasnykh

and S. V. Portnova. . ..o
Structure and Electronic Properties of 3,3'-Diamino-4,4'-azo-1,2,4-triazole Nitrate and Perchlorate —

D. V. Korabel'nikov and Yu. N. Zhuravlev . ... i
Design of a New Rotary Molecular Machine Based on Nitrogen Inversion: a DFT Investigation —

S. S. Gorgani and M. Samadizadeh ............ ..
Structure and Properties of Li, ,,Mg,..(MoQ,); Crystals Activated by Copper lons — A. A. Ryadun,

V. A. Trifonov, V. A. Nadolinny, A. A. Pavlyuk, and M. I. Rakhmanova.....................
Crystal Structure and NMR Study of 4-Amino-1,2,4-triazolium Hexafluoridoniobate(V)

and Hexafluoridotantalate(V) — R. L. Davidovich, A. A. Udovenko, V. Ya. Kavun,

V. B. Logvinova, and V. V. TKachev. . ...t i
Structure and Spin Crossover in an Iron(II) Compound with tris(Pyrazol-1-yl)methane and the Complex

Eu(dipic),(Hdipic)]*” Anion — O. G. Shakirova, L. G. Lavrenova, E. V. Korotaev,

N. V. Kuratieva, F. A. Kolokolov,and A. B. Burdukov............. ... ... ... ... ..
Structure and Phase Transitions of Azomethine Biligand Complexes of Iron(IIT) Based

on 3,4,5-Tri(tetradecyloxy)benzoyloxy-4-salicylidene-N'-ethyl-N-ethylenediamine —

U. V. Chervonova, M. S. Gruzdev, A. M. Kolker, and O. B. Akopova........................
In Silico Study of the Atomic and Electronic Structure of Quantum Dots of the CdTe Family Doped

with Atoms of Rare Earth Elements — A. N. Kravtsova, S. A. Suchkova, M. B. Fayn,

and A. V. Soldatov ... ...
Proper and Improper Hydrogen Bonds in Liquid Water — V. P. Voloshin and Yu. I. Naberukhin. .......
X-Ray Diffraction and Positron Annihilation Life-Time Spectroscopy Studies

of Polymetalloorganosiloxanes — S. V. Gardionov, N. P. Shapkin, M. 1. Balanov,

V. V. Vasilieva, V.I. Razov,and V. O. Trukhin . . .. ...... .. ... ... ...
Structural Role of Large Cations in Sulfides with Cs™ and TI" — S. V. Borisov, S. A. Magarill,

and N. V. Pervukhina .. ... ...
Crystallographic Analysis of Structures Associated with a Number of Tl- and Ag-Containing Sulfides:

the Composition—Symmetry Correlation — S. V. Borisov, S. A. Magarill,

and N. V. Pervukhina ... ...

CONTENTS
Engl./Russ.
423 453
431 461
437 466
446 475
454 484
459 488
464 492
471 499
478 506
491 520
497 527
507 537
512 542
519 549


http://pleiades.online/abstract/jory/16/jory0423_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0431_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0437_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0446_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0454_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0459_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0464_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0471_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0478_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0491_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0497_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0507_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0512_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0519_abstract.pdf

Synthesis and Crystal Structure of a Trinuclear Nickel(II) ONO Pincer Complex

[Ni(Pydc),]>[Ni(H,O)s]-2H,0-2(CsH;sN) — P. Jerome, N. S. P. Bhuvanesh, and R. Karvembu. .
Crystal Structure of Palladium(II) Complex with 2,2’-Dipyridylamine and 4-Toluenesulfonyl-L-serine —
E. Mehdipour, H. Bahrami, S. Shamaei,and V. Amani............ ...,

Crystal Structure of a New Complex bis(4,4,10,10-Tetramethyl-1,3,7,9-tetraazospiro-[5.5Jundecane-

2,8-dione-0)-diaqua-tris(nitrato-O,0")-lanthanum — E. E. Netreba . . . . ........... ... ... ..

Molecular and Crystal Structure of 1-(2-Hydroxyethyl)-1,2-dihydro-3,4,6-trimethyl-2-oxopyrimidinium
Todide: the N-Alkylation Product of Xymedone — I. A. Litvinov, Yu. K. Voronina,

I. V. Galyametdinova, M. S. Shashin, V. E. Semenov, and V. S. Reznik......................

Small-Angle X-Ray Scattering of the Gadolinium Triacetate—Undecane—Water System —

YU A MITOTO ..t e

Applications of Nuclear Magnetic Resonance to Study the Structure of Platinum-Group Metal

Complexes in Aqueous Solutions — M. A. Fedotov ........... ..o,

BRIEF COMMUNICATIONS

A Comparative Study of the Radial Distribution of Hydrogen on C,, C;9Si, and C,9B Cage Fullerenes:

a Monte Carlo Simulation — F. R. Nikmaram. . ........... ... ..

Development of a Procedure of X-Ray Study of Thin Layers by the Example of Cobalt Phthalocyanine

— A. S. Sukhikh, T. V. Basova,and S. A. Gromilov............ ... .. i

Molecular Structure of 5,7-Di(fert-butyl)-2-(6,8-dimethyl-4-chloroquinoline-2-yl)-3-hydroxytropone
with Two Tautomeric Forms — V. V. Tkachev, Yu. A. Sayapin, G. V. Shilov,

V. N. Komissarov, S. M. Aldoshin,and V.. Minkin..............................oooo....

Crystal Structure of [Pb3;(OH)4Co(NO,);]J(NO;)(NO,)-2H,0 — S. P. Khranenko, N. V. Kuratieva,

I. V. Korolkov, and S. A. Gromilov. ...t e
New Polymorph of CaHPO, (monetite): Synthesis and Crystal Structure — N. Ouerfelli and M. F. Zid ..

Crystal Structure of 1-Cyclohexylpiperazine-1,4-diium Dichromate(VI) — H. Chebbi, R. Ben Smail,

and M. F. Zid . ...

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

CONTENTS

(continued)
Engl./Russ.
528 558
534 564
542 572
549 579
557 587
563 593
614 644
618 648
622 652
625 655
628 658
632 662


http://pleiades.online/abstract/jory/16/jory0528_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0534_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0542_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0549_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0557_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0563_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0614_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0618_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0622_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0625_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0628_abstract.pdf
http://pleiades.online/abstract/jory/16/jory0632_abstract.pdf


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /DetectCurves 0.0000
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize false
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 300
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages false
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages false
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 300
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages false
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages false
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages false
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages false
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /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 (None)
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /CreateJDFFile false
  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000500044004600206587686353ef901a8fc7684c976262535370673a548c002000700072006f006f00660065007200208fdb884c9ad88d2891cf62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef653ef5728684c9762537088686a5f548c002000700072006f006f00660065007200204e0a73725f979ad854c18cea7684521753706548679c300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA <>
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020b370c2a4d06cd0d10020d504b9b0d1300020bc0f0020ad50c815ae30c5d0c11c0020ace0d488c9c8b85c0020c778c1c4d560002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken voor kwaliteitsafdrukken op desktopprinters en proofers. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents for quality printing on desktop printers and proofers.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
    /RUS ()
  >>
  /Namespace [
    (Adobe)
    (Common)
    (1.0)
  ]
  /OtherNamespaces [
    <<
      /AsReaderSpreads false
      /CropImagesToFrames true
      /ErrorControl /WarnAndContinue
      /FlattenerIgnoreSpreadOverrides false
      /IncludeGuidesGrids false
      /IncludeNonPrinting false
      /IncludeSlug false
      /Namespace [
        (Adobe)
        (InDesign)
        (4.0)
      ]
      /OmitPlacedBitmaps false
      /OmitPlacedEPS false
      /OmitPlacedPDF false
      /SimulateOverprint /Legacy
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /ConvertColors /NoConversion
      /DestinationProfileName ()
      /DestinationProfileSelector /NA
      /Downsample16BitImages true
      /FlattenerPreset <<
        /PresetSelector /MediumResolution
      >>
      /FormElements false
      /GenerateStructure true
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles true
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /NA
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /LeaveUntagged
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [612.000 792.000]
>> setpagedevice


