
 

 

i

 

Journal of Chemical Sciences 

[Formerly: Proceedings of the Indian Academy of Sciences (Chemical Sciences)] 

 

Volume 119, 2007 

 

CONTENTS 

 

Full Papers 

 

Synthesis, structure, redox and spectra of green iridium complexes of tridentate azo-aromatic ligands 

 Manashi Panda, Chayan Das, Chen-Hsiung Hung and Sreebrata Goswami 3–9 

 

Synthesis, spectroscopy, thermal studies and supramolecular structures of two new alkali-earth 4-nitroben-

zoate complexes containing coordinated imidazole 

 Bikshandarkoil R Srinivasan, Jyoti V Sawant and Pallepogu Raghavaiah  11–20 

 

A spiral-like chain from a hydrogen-bonded cyclic dichloride containing a water dimer in a quaternary di-

ammonium dichloride trihydrate 

 B R Srinivasan, R G Mhalsikar, K S Rane, C Näther and W Bensch  21–27 

 

Study of the spectroscopic characteristics of methyl (ligand) cobaloximes and their antibacterial activity 

 N Navaneetha, P A Nagarjun and S Satyanarayana  29–34 

 

A comparative study of proton transport properties of metal (IV) phosphates 

 Heemanshu Patel and Uma Chudasama  35–40 

 

Solvent-free microwave-assisted synthesis of oxadiazoles containing imidazole moiety 

 Priya V Frank, K S Girish and Balakrishna Kalluraya  41–46 

 

Microwave-assisted addition of azomethines to isatoic anhydride 

 E Dominic Jacob, Lopez Mathew and Baby Thomas 47–51 

 

Engineering macrocyclic figure–eight motif 

 V Haridas, Harinder Singh, Yogesh K Sharma and Kashmiri Lal  219–230 

 

Luminescence quenching of Ru(phen)3
2+
 by some polymer–cobalt(III) complexes – Effect of micelles and 

DNA 

 R Senthil Kumar, K Sasikala and S Arunachalam  231–236 

 

Combustion synthesis and characterization of porous perovskite catalysts 

 Yuehui Wu-Laitao
 

Luo And Wei Liu  237–241 

 

Synthesis, spectroscopy and supramolecular structures of two magnesium 4-nitrobenzoate complexes 

 Bikshandarkoil R Srinivasan, Jyoti V Sawant, Christian Näther and Wolfgang Bensch  243–252 

 

Isomerization of β-carotene by titanium tetrachloride catalyst 

 V Rajendran and B H Chen  253–258 

 

New amidines from intramolecular cyclization in triflic acid of nitroketene aminals with a tethered phenyl 

ring 

 Soro Yaya, Bamba Fanté, Siaka Sorho, Coustard Jean-Marie and Adima A Augustin  259–265 

 



Volume Contents 

 

ii

Electrooxidation of carbo/thiocarbohydrazide and their hydrazone derivatives at a glassy carbon electrode 

 G P Mamatha, B S Sherigara and K M Mahadevan  267–274 

 

Lyman-α photodissociation of CH3CFCl2 (HCFC-141b): Quantum yield and translational energy of hydro-

gen atoms 

 Almuth Laeuter, Hans-Robert Volpp, Jai P Mittal and Rajesh K Vatsa  277–282 

 

Electrochemical behaviour of platinum at polymer-modified glassy carbon electrodes 

 Carmem L P S Zanta and C A Martínez-Huitle  283–288 

 

Electrochemical oxidation of substituted benzylamines in aquo-acetic acid medium: substituent and solvent 

effects 

 A Thirumoorthi and K P Elango 289–294 

 

LaCl3⋅7H2O catalysed cyclocondensation of o-phenylenediamine and ketones under solvent-free conditions 

 Shivaji S Pandit, Bhushan D Vikhe and Ganesh D Shelke  295–297 

 

Environmentally benign synthesis of sydnone containing 1,3,4-thiadiazines under microwave and solvent-

free conditions 

 Jyoti C Hegde, Satheesha Rai N and Balakrishna Kalluraya 299–302 

 

Synthesis, spectral characterization of Schiff base transition metal complexes: DNA cleavage and anti-

microbial activity studies 

 N Raman, J Dhaveethu Raja and A Sakthivel 303–310 

 

Synthesis and characterization of di- and triorganotin(IV) complexes of 2-tert-butyl-4-methyl phenol 

 Neeraj Sharma, Archana, Maridula Thakur, S S Bhatt and S C Chaudhry  311–318 

 

Study on the preparation and formation mechanism of barium sulphate nanoparticles modified by different 

organic acids 

 Yuhua Shen, Chuanhao Li, Xuemei Zhu, Anjian Xie, Lingguang Qiu and Jinmiao Zhu  319–324 

 

Gallium(III) and indium(III) dithiolate complexes: Versatile precursors for metal sulfides 

 Shamik Ghoshal and Vimal K Jain  583–591 

 

catena-Poly[[(pentaaqua)(4-nitrobenzoato-O,O′) barium(II)](μ-4-nitrobenzoato-O,O′)]: A barium(II) coor-

dination polymer showing O–H⋅⋅⋅O and C–H⋅⋅⋅O interactions 

 Bikshandarkoil R Srinivasan, Jyoti V Sawant, Sarvesh C Sawant and Pallepogu Raghavaiah 593–601 

 

Ternary complexes of cobalt cysteinylglycine with histidylserine and histidylphenylalanine–stabilities and 

DNA cleavage properties 

 Pulimamidi R Reddy and Pallerla Manjula  603–612 

 

Solvent effects in the reaction between piperazine and benzyl bromide 

 S Ranga Reddy and P Manikyamba  613–616 

 

Ab initio study of gas phase and water assisted tautomerization of maleimide and formamide 

 Susheel Kalia, Anju Sharma and B S Kaith  617–624 

 

Molecular modelling studies on 2-amino 6-aryl-sulphonylbenzonitriles as non-nucleoside reverse transcrip-

tase inhibitors of HIV-1: A QSPR approach 

 Nitin S Sapre, Nilanjana Pancholi, Swagata Gupta, Arun Sikrwar and Neelima Sapre  625–630 

 

Metal–organic deposition of YBa2Cu3Ox and Bi2Sr2Ca1Cu2Ox films on various substrates starting from dif-

ferent fluorine-free metallorganic compounds 

 Paola Benzi, Elena Bottizzo, Chiara Demaria and Nicoletta Rizzi 631–635 



Volume Contents iii

Special Issue on Fluorescence Spectroscopy and its Applications 

 

Foreword 59 

 

Identification of intermediate species in protein-folding by quantitative analysis of amplitudes in time-

domain fluorescence spectroscopy 

 Anoop M Saxena, G Krishnamoorthy, Jayant B Udgaonkar and N Periasamy 61–69 

 

Excited-state proton transfer from pyranine to acetate in methanol 

 Sudip Kumar Mondal, Subhadip Ghosh, Kalyanasis Sahu, Pratik Sen and Kankan Bhattacharyya 71–76 

 

Fluorescence resonance energy transfer from tryptophan in human serum albumin to a bioactive indoloqui-

nolizine system 

 Paramita Das, Arabinda Mallick, Basudeb Haldar, Alok Chakrabarty and Nitin Chattopadhyay 77–82 

 

Effects of polar protic solvents on dual emissions of 3-hydroxychromones 

 Andrey S Klymchenko, Cyril Kenfack, Guy Duportail and Yves Mély 83–89 

 

Ratiometric fluorescence signalling of fluoride ions by an amidophthalimide derivative 

 M Sarkar, R Yellampalli, B Bhattacharya, Ravi Kumar Kanaparthi and Anunay Samanta 91–97 

 

Evidence for covalent binding of epicocconone with proteins from synchronous fluorescence spectra and 

fluorescence lifetimes 

 Debashis Panda and Anindya Datta 99–104 

 

Solvent relaxation of a room-temperature ionic liquid [bmim] [PF6] confined in a ternary microemulsion 

 Debabrata Seth, Palash Setua, Anjan Chakraborty and Nilmoni Sarkar 105–111 

 

On the origin of the anomalous ultraslow solvation dynamics in heterogeneous environments 

 Kankan Bhattacharyya and Biman Bagchi 113–121 
 

Time-resolved fluorescence analysis of the mobile flavin cofactor in p-hydroxybenzoate hydroxylase 

 Petra A W van den Berg, Koert Grever, Arie van Hoek, Willem J H van Berkel and Antonie J W G Visser 123–133 
 

Wavelength-selective fluorescence in ion channels formed by gramicidin A in membranes 

 Amitabha Chattopadhyay and Satinder S Rawat  135–140 
 

Employing the fluorescence anisotropy and quenching kinetics of tryptophan to hunt for residual structures 

in denatured proteins 

 Satish Kumar and Rajaram Swaminathan  141–145 
 

A concise review of dynamical processes in polymorphic environments of a block copolymer: Rotational 

diffusion and photoisomerization 

 K S Mali and G B Dutt  147–159 

 

Fluorescence anisotropy of acridinedione dyes in glycerol: Prolate model of ellipsoid 

 V K Indirapriyadharshini and P Ramamurthy  161–168 

 

Effect of sodium deoxycholate and sodium cholate on DPPC vesicles: A fluorescence anisotropy study with 

diphenylhexatriene 

 Usharani Subuddhi and Ashok K Mishra  169–174 

 

Comparative photophysical behaviour of naphthalene-linked crown ethers and aza crown ethers of varying 

cavity dimensions 

 S Samanta, P S Sardar, S S Maity, A Pal, M Basu Roy and Sanjib Ghosh  175–183 



Volume Contents 

 

iv

Effect of surfactants on the fluorescence spectra of water-soluble MEHPPV derivatives having grafted 

polyelectrolyte chains 

 Nagesh Kolishetti and S Ramakrishnan  185–193 
 

Photoinduced intramolecular charge-transfer reactions in 4-amino-3-methyl benzoic acid methyl ester: A 

fluorescence study in condensed-phase and jet-cooled molecular beams 

 Amrita Chakraborty, Samiran Kar, D N Nath and Nikhil Guchhait  195–204 
 

Effect of strong coupling on interfacial electron transfer dynamics in dye-sensitized TiO2 semiconductor 

nanoparticles 

 Hirendra N Ghosh  205–215 
 

Special Issue on Theoretical Chemistry Symposium 2006 
 

Foreword 333 

 

Time-dependent quantum fluid density functional theory of hydrogen molecule under intense laser fields 

 Amita Wadehra and B M Deb 335–341 
 

Orientational dynamics and energy landscape features of thermotropic liquid crystals: An analogy with su-

percooled liquids 

 Biman Jana and Biman Bagchi  343–350 

 

Retarded Boson–Fermion interaction in atomic systems 

 Sambhu N Datta  351–356 

 

Quantum electron transfer processes induced by thermo-coherent state 

 Sumana Banerjee and Gautam Gangopadhyay  357–366 
 

Filled and empty states of carbon nanotubes in water: Dependence on nanotube diameter, wall thickness and 

dispersion interactions 

 Malay Rana and Amalendu Chandra  367–376 
 

Selective control of HOD photodissociation using CW lasers 

 Manabendra Sarma, S Adhikari and Manoj K Mishra 377–384 

 

Calculation of vibrational excitation cross-sections in resonant electron-molecule scattering using the time-

dependent wave packet (TDWP) approach with application to the 
2
Π CO

–
 shape resonance 

 Raman Kumar Singh, Manabendra Sarma, Ankit Jain, Satrajit Adhikari and Manoj K Mishra  385–389 

 

Non-ideality in born-free energy of solvation in alcohol–water and dimethylsulfoxide–acetonitrile mix-

tures: Solvent size ratio and ion size dependence 

 Hemant K Kashyap and Ranjit Biswas  391–399 

 

Reactive chemical dynamics through conical intersections 

 S Ghosal, B Jayachander Rao and S Mahapatra  401–407 

 

Diabatic potential energy surfaces of H
+
 + CO 

 F George D X and Sanjay Kumar  409–415 

 

Effective Floquet Hamiltonian for spin I = 1 in magic angle spinning NMR using contact transformation 

 Manoj Kumar Pandey and Mangala Sunder Krishnan 417–422 
 

Non-adiabatic collisions in H
+
 + O2 system: An ab initio study 

 A Saieswari and Sanjay Kumar  423–431 
 

Quantum control of vibrational excitations in a heteronuclear diatomic molecule 

 Sitansh Sharma, Purshotam Sharma and Harjinder Singh 433–440 



Volume Contents v

Controlling dynamics in diatomic systems 

 Praveen Kumar and Harjinder Singh  441–447 

 

Integrated rate expression for the production of glucose equivalent in C4 green plant and the effect of tem-

perature 

 Anirban Panda and Sambhu N Datta  449–456 

 

Quantum chemical investigation of the reaction of O(
3
P2) with certain hydrocarbon radicals 

 Ashutosh Gupta, R P Singh, V B Singh,
 

Brijesh Kumar Mishra and N Sathyamurthy  457–465 

 

Insertion of singlet chlorocarbenes across C–H bonds in alkanes: Evidence for two phase mechanism 

 M Ramalingam, K Ramasami and P Venuvanalingam  467–473 

 

An atom counting and electrophilicity based QSTR approach 

 P K Chattaraj, D R Roy, S Giri, S Mukherjee, V Subramanian, R Parthasarathi, P Bultinck and  

 S Van Damme 475–488 

 

Reactivity descriptors and electron density analysis for ligand chemistry: A case study of 2,2′-bipyridine 

and its analogues 

 Bhakti S Kulkarni, Akhilesh Tanwar and Sourav Pal 489–499 

 

Theoretical investigation of redox species in condensed phase 

 Nital Mehta and Sambhu N Datta  501–508 

 

Metal ion binding with dehydroannulenes – Plausible two-dimensional molecular sieves 

 B Sateesh, Y Soujanya and G Narahari Sastry  509–515 

 

Chiral discrimination in biomimetic systems: Phenylalanine 

 K Thirumoorthy, K Soni, T Arun and N Nandi  517–523 

 

Base pairing in RNA structures: A computational analysis of structural aspects and interaction energies 

 Purshotam Sharma, Abhijit Mitra,
 

Sitansh Sharma
 

and Harjinder Singh  525–531 

 

Reaction mechanism of O-acylhydroxamate with cysteine proteases 

 R Shankar and P Kolandaivel  533–544 

 

Effect of electrostatic interactions on the formation of proton transfer pathways in human carbonic anhy-

drase II 

 Arijit Roy and Srabani Taraphder  545–552 

 

Docking of B-cell epitope antigen to specific hepatitis B antibody 

 R Rajkannan and E J Padma Malar  553–558 

 

On the analysis of the virulence nature of TIGR4 and R6 strains of Streptococcus pneumoniae using  

genome comparison tools 

  R Jothi, K Manikandakumar, K Ganesan and S Parthasarathy 559–563 

 

Phenylalkylamines as calcium channel blockers 

  Anamika Awasthi and Arpita Yadav  565–570 

 

In silico characterization of antifreeze proteins using computational tools and servers 

 K Sivakumar, S Balaji and Gangaradhakrishnan 571–579 

 

Subject Index 637–648 

 

Author Index 649–654 



<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (ISO Coated)
  /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
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments 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
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /Warning
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /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
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /Warning
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /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
  /CropMonoImages true
  /MonoImageMinResolution 600
  /MonoImageMinResolutionPolicy /Warning
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /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

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. 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 journal articles and eBooks for online presentation. Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
  >>
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [595.276 841.890]
>> setpagedevice


