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1006, 513-526

Vibrational spectra and first order hyperpolarizability studies of dimethyl amino pyridinium
88  4-nitrophenolate 4-nitrophenol. Spectrochimica Acta - Part A: Molecular and Biomolecular 4.4 25
Spectroscopy, 2011, 81, 151-61

DFT-based molecular modeling, NBO analysis and vibrational spectroscopic study of
3-(bromoacetyl)coumarin. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2011, 82, 118-25

Vibrational spectra and DFT study of anticancer active molecule
86 2-(4-Bromophenyl)-1H-benzimidazole by normal coordinate analysis. Spectrochimica Acta - Part A: 44 43
Molecular and Biomolecular Spectroscopy, 2011, 78, 319-26

Surface-enhanced Raman scattering and DFT theoretical studies on the adsorption behavior of

plumbagin on silver nanoparticles. /ndian Journal of Physics, 2011, 85, 477-484




(2010-201)

3 Vibrational spectra and structural studies of nonlinear optical crystal ammonium D, L-tartrate: a 5 3
4 density functional theoretical approach. Journal of Raman Spectroscopy, 2011, 42, 676-684 3 4

Structural and nonlinear optical properties of cross-conjugated system benzophenone -
thiosemicarbazone: a vibrational spectroscopic study. Journal of Raman Spectroscopy, 2011, 42, 815-824

Electronic and structural effects on the nonlinear optical behavior in Econjugated structure
82 bis(4-nitrophenyl) carbonate: a vibrational spectroscopic approach. Journal of Raman Spectroscopy, 23 5
2011, 42,1193-1201

Charge transfer interaction and nonlinear optical properties of barium chloride and thiourea
complexes: a vibrational spectroscopic study. Journal of Raman Spectroscopy, 2011, 42, 1462-1469

Molecular structure, vibrational spectra and nonlinear optical properties of [-Valine Hydrobromide:

8o DFT study. Journal of Molecular Structure, 2011, 985, 48-56 >4 29

Molecular structure and vibrational spectra of 2,6-bis(benzylidene)cyclohexanone: a density
functional theoretical study. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2011, 78, 113-21

Intramolecular charge delocalization and nonlinear optical properties of push-pull chromophore
78 1-(4-N,N-dimethylaminopyridinium) acetic acid bromide monohydrate from vibrational spectra. 4.4 11
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 78, 264-72

Density functional theory calculations and vibrational spectral analysis of 3,5-(dinitrobenzoic acid).
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 78, 1437-44

FT-IR, Raman and DFT study of 2-amino-5-fluorobenzoic acid and its biological activity with other
76 halogen (Cl, Br) substitution. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 4.4 23
2011, 79, 332-7

Nonplanar property study of antifungal agent tolnaftate-spectroscopic approach. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2011, 79, 993-1003

Electronic absorption and vibrational spectra and nonlinear optical properties of 6 3
74 4-methoxy-2-nitroaniline. Physical Chemistry Chemical Physics, 2010, 12, 9452-60 3 4

Charge transfer interaction and terahertz studies of a nonlinear optical material L-glutamine
picrate: A DFT study. Journal of Physical Chemistry A, 2010, 114, 13055-64

Detection and quantification of adulteration in sandalwood oil through near infrared spectroscopy.

72 Analyst, The, 2010, 135, 2676-81 5 26

Vibrational contributions to the second-order nonlinear optical properties of Econjugated
structure acetoacetanilide. Chemical Physics, 2010, 369, 1-7

Molecular first order hyperpolarizability and vibrational spectral investigation of Warfarin sodium.
79 Chemical Physics, 2010, 378, 88-102 237

Vibrational spectra and first-order molecular hyperpolarizabilities of p-hydroxybenzaldehyde
dimer. Journal of Molecular Structure, 2010, 983, 12-21

NIR-FT Raman, FT-IR and surface-enhanced Raman scattering and DFT based theoretical studies on
68 the adsorption behaviour of (S)-phenylsuccinic acid on silver nanoparticles. Journal of Chemical 1.8 18
Sciences, 2010, 122, 511-519

Density functional theory calculation and vibrational spectral analysis of

4-hydroxy-3-(3-oxo-1-phenylbutyl)-2H-1-benzopyran-2-one. Journal of Raman Spectroscopy, 2010,
41,1076-1084




66

60

58

56

54

52

50

HUBERT JOE ISAAC

Vibrational spectra and normal coordinate analysis of plant growth regulator 1-naphthalene 5
acetamide. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2010, 75, 859-66 4-4 2

DFT computations and spectroscopic analysis of a pesticide: chlorothalonil. Spectrochimica Acta -
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