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FTIR and Raman spectra, electronic spectra and normal 
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propan-1-amine by DFT method 

SpectrochimicaActa Part A: 
Elsevier Volume 127, 5 2014, 
Pages 439-453 

78 S. MUTHU, 
E. Elamuruguporchelvi, 
Anitha Varghese 

DFT electronic structure calculations, spectroscopic studies, and 
normal coordinate analysis of 2-[(5-nitro-1,3-thiazol-2- 
yl)carbamoyl]phenyl acetate 

SpectrochimicaActa Part A: 
Elsevier Volume 138, 5 2015, 
Pages 743-752 

79 NoureddineIssaoui , 
HoucineGhalla , S. MUTHU , 
H.T. Flakus, BrahimOujia 

Molecular structure, vibrational spectra, AIM, HOMO–LUMO, 
NBO, UV, first order hyperpolarizability, analysis of 3- 
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and density functional theory 
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Experimental and theoretical investigation of spectroscopy Indian Journal ofScience Vol. 
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C.Rakkappan 
K.Karpagavalli 

Effect of n- alkyl amines on Micellization of Aqueous Sodium 
Dodecyl sulphate solution through Ultrasonic measurement 

Chemical Science Transaction Vol 
3(2) 2014, 

82 S.Meena 
K.RAJU, A.N.Kannappan 

Ultrasonic studies of ternery mixtures of N -Alkanols in 
Ethylmethacrylate and Benzen at various temperature. 

Chemical Science Transaction Vol 
3(4) 2014, 
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K.Karpagavalli 
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2014, Pages 5-8 
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Normal co-ordinate analysis, molecular structural, non-linear 
optical, second order perturbation studies of Tizanidine by 
density functional theory 
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water in and around vellore city, tamil nadu, india 

International jr. of contemporary 
science, engg and technology, vol. 
3, no. 1-2, page 69-78,2013 

86 Dr. A. Bhaskaran A study of ground water quality in the bank of river palar, 
vellore district, tamil nadu, india 

International jr. of contemporary 
science, engg and technology, vol. 
3, no. 1-2, page 79-88,2013 

87 N.R. Sheela S. Muthu , S. 
Sampathkrishnan 

Molecular orbital studies (hardness, chemical potential and 

electrophilicity), vibrational investigation and theoretical NBO 

analysisof 4-40-(1H-1,2,4-triazol-1-yl methylene) dibenzonitrile 

based onabinitio and DFT methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 120 (2014) 237– 
251, 

88 S.Renuga,S.Muthu Molecular structure, normal coordinate analysis, harmonic 

vibrational frequencies, NBO, HOMO–LUMO analysis and 

detonation properties of(S)-2-(2-oxopyrrolidin-1-yl) butanamide 

by density functional methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 118 (2014) 702– 

715, 

89 S.Muthu, G.Ramachandran Spectroscopic studies (FTIR, FT-Raman and UV–Visible), normal 

coordinate analysis, NBO analysis, first order hyper 

polarizability, HOMOand LUMO analysis of (1R)-N-(Prop-2-yn-1- 

yl)-2,3-dihydro-1H-inden-1-amine molecule by ab initio HF and 
density functional method 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 121 (2014) 394– 
403, 

90 S. Muthu , T. Rajamani , M. 
Karabacak , A.M. Asiri 

Vibrational and UV spectra, first order hyperpolarizability, 
 

NBO and HOMO–LUMO analysis of 4-chloro-N-(2-methyl-2,3- 
dihydroindol-1-yl)-3-sulfamoyl-benzamide 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 122 (2014) 1–14 
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91 A. Prabakaran, 
 

S. Muthu 

Normal coordinate analysis, molecular structure, vibrational and 

electronic spectral investigation of 7-(1,3-dioxolan-2-ylmethyl)- 

1,3-dimethylpurine-2,6-dione by ab initio HF and DFT method 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 118 (2014) 578–588 

92 T. Rajamani 
 

S. Muthu 

Vibrational spectra, first order hyperpolarizability, NBO, Fukui 

function and HOMO–LUMO analysis of 2-[4-(1,3-benzodioxol-5- 

ylmethyl) -1-piperazinyl] pyrimidine 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 115 (2013) 654–666 

93 T. Rajamani , S. Muthu , M. 

Karabacak 

Electronic absorption, vibrational spectra, nonlinear optical 

properties, NBO analysis and thermodynamic properties of N-(4- 

nitro-2-phenoxyphenyl) methanesulfonamide molecule by ab 

initio HF and density functional methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 108 (2013) 186–196 

94 M. Prasath, S. Muthu R. Arun 

Balaji 

Vibrational spectroscopy investigation using ab initio and DFT 
vibrational analysis of 7-chloro-2-methylamino-5-phenyl-3H-1, 
4-benzodiazepine-4-oxide 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 113 (2013) 224–235 

95 S. Muthu M. Prasath, E. Isac 

Paulraj ,R. Arun Balaji 

FT-IR, FT-Raman spectra and ab initio HF and DFT calculationsof 
7-chloro-5-(2-chlorophenyl)-3-hydroxy-2,3-dihydro-1H-1,4- 
benzodiazepin-2-one 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 120 (2014) 185–194 

96 S. Muthu S. Renuga Molecular orbital studies (hardness, chemical 

potential,electronegativity and electrophilicity), 

vibrationalspectroscopic investigation and normal coordinate 

analysisof 5-{1-hydroxy-2-[(propan-2-yl)amino]ethyl}benzene- 
1,3-dol 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 118 (2014) 683–694 
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97 S. Muthu A. Prabakaran Study of vibrational spectra, normal coordinate analysis and 
molecular structure of 6-(2,3-dichlorophenyl)-1,2,4-triazine-3,5- 
diamine using density functional theory 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
spectroscopy 121 (2014) 420–429 

98 S.Muthu, S.Renuga Vibrational and spectroscopic investigation on the structureof 

5H-dibenzo[b,f]azipine-5-carboxamide 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 114 (2013) 1–10 

99 V. Santhana Krishnan, 
 

S. SampathKrishnan 
S. Muthu,, S. Renuga 

Experimental and computational study on molecular 

structureand vibrational analysis of 4,5-Bis(hydroxymethyl)-2- 

methylpyridin -3-ol by normal coordinate treatment 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 115 (2013) 191–201 

100 S. Muthu , M. Prasath Quantum chemical studies, vibrational analysis, molecular 

structure,first order hyper polarizability, NBO and HOMO– 

LUMO analysisof 3-hydroxybenzaldehyde and its cation 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 115 (2013) 789–799 

101 E. Elamurugu Porchelvi , 
S. Muthu 

The spectroscopic (FT-IR, FT-Raman and NMR), NCA, Fukui 

function analysis first order hyperpolarizability, TGA of 6-chloro- 

3, 4dihydro-2H-1,2,4-benzothiazine-7-sulphonamide1,1-dioxide 

by ab initio HF and Density Functional method 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 123 (2014) 230–240 

102 S. Muthu , J. Uma Maheswari 
, Tom Sundius 

Molecular structural, non-linear optical, second order 
perturbation and Fukui studies of Indole-3-Aldehyde using 
density functional calculations 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 106 (2013) 299–309 

103 K.RAJU A study on acoustical parameters for the characterization of 
artificially removed adult renal stones 

Archives of Physics Research 

 
2013, 4 (2):71-73 

104 S.Muthu,A.Prabhakaran Scaled Quantum Chemical Studies of the Molecular Structure 

and Vibrational Spectra of Minoxidil 

Spectroscopy Letters, 48: 63–73( 
2014) 
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105 N.R. Sheela, S. Muthu, S. 

Sampathkrishnan 

Molecular orbital studies (hardness, chemical potential and 
electrophilicity), vibrational investigation and theoretical NBO 
analysis of 4-40-(1H-1, 2, 4-triazol-1-yl methylene) dibenzonitrile 
based on abinitio and DFT methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy 120 (2014) 237–251 

106 Dr. S.Sampath Krishnan & 
Rubarani .P.Gangasharan 

Natural bond orbital (NBO) and population analysis 0f 1 
Azanapthalene-8-0l 

Acta Physica Polonica a Vol 125, 
(2014) 18-25 

107 Dr..S.Sampath Krishnan & 
N.Sowmaya 

Pyrrolinium-2-Carboxylate-4-nitrophenol Acta. Cryst.E 69 (2013) o1723 

108 Dr.S.Sampath Krishnan & 
S.Kumutha 

Experimental and Theoretical investigation of spectroscopic 
properties of N-acetyl thiourea 

Computational . chem. 63(2013) 
18536-18554 

109 Ms.G.Bharathy & S.Muthu 
Solvation Analysis of derivatives of pyrazinamide by a Quantum 
mechanical method 

International jr. Of contemporary 
science, engg and technology, vol. 
3, no. 1-2, page 53-60 

 

110 
Dr.S.Muthu Vibrational spectroscopic investigation on the structure of 2- 

ethylpyridine-4-carbothioamide 
Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
93, Pages 214-222(2012) 

 
111 

Dr.S.Muthu Normal coordinate analysis and vibrational spectroscopy (FT-IR 
and FT-Raman) studies of (2S)-2-amino-3-(3,4-dihydroxyphenyl)- 
2-methylpropanoic acid using ab initio HF and DFT method 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
99, Pages 90-96(2012) 

 

112 
Dr.S.Muthu Electronic absorption, vibrational spectra, non-linear optical 

properties, NBO analysis and thermodynamic properties of 9- 
[(2-hydroxyethoxy) methyl] guanine molecule by density 
functional method 

Solid State Sciences- Elsevier,16 , 
pp. 90-101(2013) 

 

113 
Dr.S.Muthu Molecular structural, non-linear optical, second order 

perturbation and Fukui studies of Indole-3-Aldehyde using 
density functional calculations 
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Molecular and Biomolecular 
Spectroscopy-Elsevier, 
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structure) investigation of 2-[(2-hydroxyphenyl) carbonyloxy] 
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theoretical study 

Journal of Molecular Structure- 
Elsevier,1038 , pp. 145-162 (2013) 

 
115 

Dr.S.Muthu Spectroscopic studies (FTIR, FT-Raman and UV), potential 
energy surface scan, normal coordinate analysis and NBO 
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piperidine-3,4,5-triol by DFT methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
108, Pages 38-49(2013) 

 

116 
Dr.S.Muthu Quantum mechanical study of the structure and spectroscopic 

(FT-IR, FT-Raman), first-order hyperpolarizability, NBO and 
HOMO–LUMO analysis of S-S-2 methylamino-1-phenyl propan- 
1-ol 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
107, Pages 386-398(2013) 

 
117 

Dr.S.Muthu Density functional theory and Ab initio studies of vibrational 
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hyperpolarizabilities, NBO, HOMO–LUMO and TD-DFT analysis 
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Solid State Sciences- Elsevier, 
Volume 16, Pages 45-52(2013) 

 

118 
Dr.S.Muthu Electronic absorption, vibrational spectra, nonlinear optical 

properties, NBO analysis and thermodynamic properties of N-(4- 
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initio HF and density functional methods 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
108, Pages 186-196(2013) 

119 Dr.S.Muthu Experimental and theoretical investigations of spectroscopic 
properties of 8-chloro-1-methyl-6-phenyl-4H-[1,2,4]triazolo[4,3- 
a][1,4]benzodiazepine 

Spectrochimica Acta Part A: 
Molecular and Biomolecular 
Spectroscopy-Elsevier, Volume 
106, Pages 129-145(2013) 

120 Dr.S.Muthu Thermochemical investigations and vibrational spectroscopic 
studies of1, 4‐benzodiazepines using ab initio and DFT methods 

Annals of Faculty Engineering – 
Hunedoara, Tome X (Year 2012)- 
Fascicule 3 pp 399 -406 

121 Dr.S.Muthu Molecular structure analysis and spectroscopic characterization 
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Spectroscopy-Elsevier, Vol 106 
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