JOURNAL OF
STRUCTURAL CHEMISTRY

A translation of Zhurnal Strukturnoi Khimii

Volume 57, Number 8 December, 2016

CONTENTS
Engl./Russ.

Relaxation Kinetics of Photoexcited States in a Chain of Exchange Clusters in the Mean-Field

Approximation — V. A. MOTOZOV . . . . ..ttt ettt e e 1493 1585
Modeling of Half-Heusler Crystals with the Chalcopyrite Structure: Li,MgZnX, (X=N, P, As, Sb) —

Yu. M. Basalaev and M. V. StarodubtSeva . . ... .......uuururrriiiiiiiiiiaas 1499 1591
Quantum-Chemical Study of Quasi-One-Dimensional Vanadium and Niobium Sulfides with Peierls

Distortion — M. N. Kozlova, A. N. Enyashin, and V. E. Fedorov............................ 1505 1597
Pressure-Induced Zircon to Monazite Phase Transition in Y;_,La,POy: First-Principles Calculations —

ILR.Sheinand E. V. Shalaeva .......... ... ... . . . . 1513 1606

Novel Repaglinide Complexes with Manganese(II), Iron(III), Copper(Il) and Zinc(II): Spectroscopic,
DFT Characterization and Electrochemical Behaviour — S. Sadaoui-Kacel, S. Zaater,

N. Bensouilah, and S. Djebbar .. .........c. i 1519 1613
Structural Characterization and Prediction of Kovats Retention Indices (RI) for Alkylbenzene
Compounds — L.-M. Liao, J.-F. Li,and G.-D. Lei. ... ... 1531 1625

Electronic Structure and Magnetic Properties of Hexagonal and Cubic Forms of Aluminum Nitride
Doped with sp Impurities (B, C, O) — V. V. Bannikov, V. S. Kudyakova, A. A. Elagin,

M. V. Baranov, and A. R. BeKetov. . ... . 1539 1633
Density Functional Theory Studies of Conformational Stabilities and Rotational Barriers of 2-
and 3-Thiophenecarboxaldehydes — Y. Umar, J. Tijani, and S. Abdalla...................... 1545 1640

Structural Characterization, Photophysical and BSA Binding Interaction Studies
of 4,4'-bis(Benzimidazolyl)-2,2'-bipyridine — K. Swarnalatha, P. Rathnamala, A. A. Babu,

and N. Bhuvanesh .. ... e 1554 1649
Structure and Location of Proton Hydrates in Triton N-42 Reverse Micelles during Injection

Solubilization of HCI Solutions — T. Yu. Podlipskaya and A. I. Bulavchenko ................ 1561 1655
Halogen Aggregation in Chlorobenzene-o-dichlorobenzene Solutions — E. S. Alekseev

and T. V. Bogdan. .. ... ... e 1568 1662

Structural, Electrostatic and Thermodynamic Properties of the Surface of Spherical Micelles in Solutions
of Sodium n-Alkyl Sulfate Homologues. I. Structural Characteristics — V. S. Kuznetsov,

N. V. Usol’tseva, A. P. Blinov, N. V. Zharnikova, A. I. Smirnova, and V. G. Badelin.......... 1577 1671
Crystal Structure of Tetramethylammonium Hexafluoridoniobate(V) and Hexafluoridotantalate(V) —

A. A. Udovenko, R. L. Davidovich, V. B. Logvinova, and V. V. Tkachev .................... 1584 1679
Investigation of the Crystal Structure of a Dimeric Rhodium(III) Complex

[(NH3)sRh,(u-CO;3)(n-OH),](NO3),-H,O — S. N. Vorob’eva, I. A. Baidina, and I. V. Korol’kov 1588 1683

Characterization of the Adducts of bis(O-isoamyldithiocarbonato)nickel(Il) with Heterocyclic Amines

and X-Ray Structure of bis(O-isoamyldithiocarbonato)-bis(3-bromopyridine)nickel(I1I) —

Neerupama, G. Kour, R. Sachar,and R. Kant ......... ... ... .. . .. . ... 1593 1688
New Data on the Structure of a-trans-[Pd(NH;),Cl,] — D. Yu. Naumov, S. P. Khranenko,

N. V. Kuratieva, A. V. Panchenko, and S. A. Gromilov ............. ... . ccoiiiiiiiinnii.. 1600 1695


http://pleiades.online/abstract/jory/16/jory1493_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1499_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1505_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1513_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1519_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1531_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1539_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1545_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1554_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1561_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1568_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1577_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1584_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1588_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1593_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1600_abstract.pdf

Structural Investigation of Salts Containing Ions [Pd(NH3),]*" and [IrFs]*” — A. I. Gubanov,

A. M. Danilenko, A. I. Smolentsev, N. V. Kuratieva, A. B. Venediktov, and S. V. Korenev. .. ..

Structure and Properties of a Bimolecular Crystal (2CL-20 + MNO) — Z. G. Aliev, T. K. Goncharov,

S. M. Aldoshin, D. V. Dashko, A. G. Roslyakov, N. I. Shishov, and Yu. M. Milekhin..........

Crystal Structure of Indoline Alkaloids Kopsinilam, Kopsinine, and the Salts of the Latter —
Sh. M. Adizov, B. Tashkhodzhaev, R. Zh. Kunafiev, M. M. Mirzaeva, Pratik P. Upadhyay,

and P. Kh. Yuldashev . .. ...

Short-Range Potential Functions in Computer Simulations of Water and Aqueous Solutions —

A V. Teplukhin . . ..o

BRIEF COMMUNICATIONS

XPS Study of the Electronic Structure of the Diamagnetic p-Nitroaniline Molecule
and the 4,4,5,5-Tetramethyl-2-phenyl-4,5-dihydro- 1 H-imidasol-3-oxide-1-oxyl Nitroxide

Radical — A. D. Fedorenko, L. N. Mazalov,and A. V. Kalinkin ............................

Visualization of Collective Vortex-Like Motions in a Computer Model of Liquid Argon —

A. V. Anikeenko, G. G. Malenkov, and Yu. I. Naberukhin..................................

X-Ray Diffraction Study of a-**S within Temperature Range 100-363 K — S. A. Gromilov,

D. A. Piryazev, N. B. Egorov, and D. V. AKIMOV. ......... ... i,

Crystal Structure of (1,1,1-Trifluoro-5,5-dimethylhexan-2,4-dionato)silver(I) — I. S. Fedoseev,

E. S. Vikulova, I. Yu. II’in, A. I. Smolentsev, M. R. Gallyamov, and N. B. Morozova..........

Crystal Structure of a [(Dihydrogen pyrophosphato-K*0,0") bis(1,10-Phenanthroline-

N,N")nickel(I1)]2.5-hydrate [Ni(H,P,0,)(C1,HgN;),]-2.5H,0 — S. Cherni, F. Zid, and A. Driss ..

Characterization, Luminescent Properties, and Crystal Structure Determination of [Pt(Ph,bipy)Cl,] —

S. Shamaei, A. Heidari, and V. Amani . ............... . i

Molecular Structure and Properties of a Tin(IV) Complex with 1-[(2-Hydroxy-1-naphtyl)-
methylenehydrazino]carbonylmethyl-7-bromo-5-phenyl-1,2-dihydro-3H-1,4-benzdiazepin-
2-one — G. V. Yalovskiy, I. I. Seifullina, V. I. Pavlovsky, S. A. Andronati,

and V. Kh. Kravisov . . ... e e e

Coordination Compound of Samarium(IIT) with Acylhydrazone of N-(2-hydroxyphenyl)iminodiacetic
Acid and 5-Hydroxy-3-methyl-1-phenyl-4-formylpyrazole — V. F. Shul’gin, Z. Z. Bekirova,

G. G. Aleksandrov, and I. L. Eremenko .. ........... it

The Structure of a Novel 8-Hydroxyquinoline Ligand System Including 1,3-Tropolonic Fragment —

V. V. Tkachev, G. V. Shilov, and S. M. Aldoshin. .......... ... ... ..

Structure and Properties of a Co-Crystal of Malonic Acid with Acetamide — A. Yu. Tsyplenkova,

0. V. Kol’tsova, N. N. Lobanov, M. A. Ershov, and Yu. Yu. Pyl’chikova ....................

ERRATA

Erratum to: Local Structure of Solid Solutions from the Computer Simulation Results and Experimental

Data— V.S. Urusovand N. N. Eremin . ........ ... . . . ..

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

CONTENTS

(continued)
Engl./Russ.
1606 1701
1613 1708
1619 1715
1627 1723
1655 1753
1660 1758
1663 1761
1667 1765
1671 1769
1675 1773
1680 1778
1684 1782
1688 1786
1691 1789
1694


http://pleiades.online/abstract/jory/16/jory1606_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1613_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1619_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1627_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1655_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1660_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1663_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1667_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1671_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1675_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1680_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1684_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1688_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1691_abstract.pdf
http://pleiades.online/abstract/jory/16/jory1694_abstract.pdf


<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (ISO Coated v2 300% \050ECI\051)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /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 true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages false
  /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 true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /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 true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 650
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /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


