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journal 
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FT-IR, molecular structure, HOMO-LUMO, MEP, NBO 
analysis and first order hyperpolarizability of Methyl 4,4â€³-
difluoro-5â€²-methoxy-1,1â€²: 3â€²,1â€³-terphenyl-4â€²-
carboxylate 

Sheena Mary Y., 
Yohannan Panicker C., 
Narayana B., 
Samshuddin S., Sarojini 
B.K., Van Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Theoretical investigations on the molecular structure, 
vibrational spectra, HOMO-LUMO analyses and NBO study 
of 1-[(Cyclopropylmethoxy)methyl]-5-ethyl-6- (4-
methylbenzyl)-1,2,3,4-tetrahydropyrimidine-2,4-dione 

Al-Abdullah E.S., Mary 
Y.S., Panicker C.Y., El-
Brollosy N.R., El-Emam 
A.A., Van Alsenoy C., Al-
Saadi A.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectra, NBO analysis, HOMO-LUMO and first 
hyperpolarizability of 2-{[(2-Methylprop-2-en-1-
yl)oxy]methyl}-6-phenyl-2,3,4,5-tetrahydro-1,2,4- triazine-
3,5-dione, a potential chemotherapeutic agent based on 
density functional theory calculations 

Mary Y.S., El-Brollosy 
N.R., El-Emam A.A., Al-
Deeb O.A., Jojo P.J., 
Panicker C.Y., Van 
Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Molecular structure and vibrational spectra of 2-
Ethoxymethyl-6-ethyl-2,3, 4,5-tetrahydro-1,2,4-triazine-3,5-
dione, a potential chemotherapeutic agent, by density 
functional methods 

Mary Y.S., Al-Tamimi A.-
M.S., El-Brollosy N.R., 
El-Emam A.A., Jojo P.J., 
Panicker C.Y., Alsenoy 
C.V. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 



 

 

Theoretical investigations on the molecular structure, 
vibrational spectral, HOMO-LUMO and NBO analysis of 9-[3-
(Dimethylamino)propyl]-2-trifluoro- methyl-9H-thioxanthen-
9-ol 

Mary Y.S., Panicker 
C.Y., Yamuna T.S., 
Siddegowda M.S., 
Yathirajan H.S., Al-Saadi 
A.A., Van Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectra, molecular structure, NBO, HOMO-
LUMO and first order hyperpoalarizability analysis of 1,4-
bis(4-formylphenyl)anthraquinone by density functional 
theory 

Renjith R., Mary Y.S., 
Varghese H.T., Panicker 
C.Y., Thiemann T., Van 
Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Molecular conformational analysis, vibrational spectra, NBO 
analysis and first hyperpolarizability of (2E)-3-(3-
chlorophenyl)prop-2-enoic anhydride based on density 
functional theory calculations 

Mary Y.S., Raju K., 
Panicker C.Y., Al-Saadi 
A.A., Thiemann T. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Spectroscopic (FT-IR, FT-Raman) investigations and 
quantum chemical calculations of 1,7,8,9-tetrachloro-10,10-
dimethoxy-4-{3-[4-(3-methoxyphenyl) piperazin-1-yl]propyl}-
4-azatricyclo[5.2.1.02,6]dec-8-ene-3,5-dione 

Renjith R., Mary Y.S., 
Panicker C.Y., Varghese 
H.T., PakosiÅ„ska-Parys 
M., Van Alsenoy C., Al-
Saadi A.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Molecular structure, FT-IR, first order hyperpolarizability, 
NBO analysis, HOMO and LUMO analysis of 2-(4-
chlorophenyl)-2-oxoethyl 3-methylbenzoate by HF and 
density functional methods 

Chidan Kumar C.S., 
Yohannan Panicker C., 
Fun H.-K., Sheena Mary 
Y., Harikumar B., 
Chandraju S., Quah 
C.K., Ooi C.W. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Molecular conformational analysis, vibrational spectra, NBO Sheena Mary Y., Raju Spectrochimic 2014 



 

 

analysis and first hyperpolarizability of (2E)-3-phenylprop-2-
enoic anhydride based on density functional theory 
calculations 

K., Panicker C.Y., Al-
Saadi A.A., Thiemann T., 
Van Alsenoy C. 

a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

FT-IR, molecular structure, first order hyperpolarizability, 
HOMO and LUMO analysis, MEP and NBO analysis of 2-(4-
chlorophenyl)-2-oxoethyl 3-nitrobenzoate 

Chidan Kumar C.S., 
Panicker C.Y., Fun H.-K., 
Mary Y.S., Harikumar 
B., Chandraju S., Quah 
C.K., Ooi C.W. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Quantum mechanical and spectroscopic (FT-IR, FT-Raman, 
1H NMR and UV) investigations of 2-
(phenoxymethyl)benzimidazole 

Mary Y.S., Jojo P.J., 
Panicker C.Y., Van 
Alsenoy C., Ataei S., 
Yildiz I. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Quantum mechanical and spectroscopic (FT-IR, FT-Raman, 
1H NMR and UV) investigations of 5-nitro-2-
phenylbenzoxazole 

Bhagyasree J.B., 
Varghese H.T., Panicker 
C.Y., Samuel J., Van 
Alsenoy C., Ertan-Bolelli 
T., Yildiz I. 

Journal of 
Molecular 
Structure 

2014 

Spectroscopic (FT-IR, FT-Raman), first order 
hyperpolarizability, NBO analysis, HOMO and LUMO 
analysis of 1,7,8,9-tetrachloro-10,10-dimethoxy-4-[3-(4- 
phenylpiperazin-1-yl)propyl]-4-azatricyclo[5.2.1.02,6]dec-8-
ene-3,5- dione by density functional methods 

Renjith R., Mary Y.S., 
Panicker C.Y., Varghese 
H.T., PakosiÅ„ska-Parys 
M., Van Alsenoy C., 
Manojkumar T.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectroscopic and computational study of 
1,7,8,9-Tetrachloro-4- (4-bromo-butyl)-10,10-dimethoxy-4-
aza-tricyclo[5.2.1.02,6] dec-8-ene-3,5-dione 

Renjith R., Mary Y.S., 
Panicker C.Y., Varghese 
H.T., PakosiÅ„ska-Parys 

Spectrochimic
a Acta - Part 
A: Molecular 

2014 



 

 

M., Alsenoy C.V., 
Manojkumar T.K. 

and 
Biomolecular 
Spectroscopy 

Theoretical investigations on the molecular structure, 
vibrational spectra, HOMO-LUMO and NBO analysis of 5-
chloro-2-((4-chlorophenoxy)methyl)benzimidazole 

Mary Y.S., Jojo P.J., 
Panicker C.Y., Van 
Alsenoy C., Ataei S., 
Yildiz I. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Acid-base properties, FT-IR, FT-Raman spectroscopy and 
computational study of 1-(pyrid-4-yl)piperazine 

Mary Y.S., Panicker C.Y., 
Varghese H.T., Van 
Alsenoy C., 
ProchÃ¡zkovÃ¡ M., 
Å evÄ Ãk R., Pazdera P. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectroscopic (FT-IR, FT-Raman) and quantum 
chemical calculations of 1-(5,5-dioxido-10H-phenothiazin-
10-yl)ethanone 

Kaur M., Mary Y.S., 
Panicker C.Y., Varghese 
H.T., Yathirajan H.S., 
Byrappa K., Van Alsenoy 
C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectroscopic (FT-IR, FT-Raman, SERS) and 
quantum chemical calculations of 3-(10,10-dimethyl-
anthracen-9-ylidene)-N,N,N- trimethylpropanaminiium 
chloride (Melitracenium chloride) 

Mary Y.S., Jojo P.J., 
Van Alsenoy C., Kaur M., 
Siddegowda M.S., 
Yathirajan H.S., Nogueira 
H.I.S., Cruz S.M.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectroscopic studies (FT-IR, FT-Raman, SERS) 
and quantum chemical calculations on cyclobenzaprinium 
salicylate 

Mary Y.S., Jojo P.J., Van 
Alsenoy C., Kaur M., 
Siddegowda M.S., 
Yathirajan H.S., Nogueira 

Spectrochimic
a Acta - Part 
A: Molecular 
and 

2014 



 

 

H.I.S., Cruz S.M.A. Biomolecular 
Spectroscopy 

Vibrational spectroscopic, 1H NMR and quantum chemical 
computational study of 4-hydroxy-2-oxo-1,2-
dihydroquinoline-8-carboxylic acid 

Ulahannan R.T., 
Panicker C.Y., Varghese 
H.T., Van Alsenoy C., 
Musiol R., Jampilek J., 
Anto P.L. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Spectroscopic (FT-IR, FT-Raman) investigations and 
quantum chemical calculations of 4-hydroxy-2-oxo-1,2-
dihydroquinoline-7-carboxylic acid 

Ulahannan R.T., 
Panicker C.Y., Varghese 
H.T., Van Alsenoy C., 
Musiol R., Jampilek J., 
Anto P.L. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Spectroscopic (FT-IR, FT-Raman), first order 
hyperpolarizability, NBO analysis, HOMO and LUMO 
analysis of 2,4-bis(2-methoxyphenyl)-1-phenylanthracene- 
9,10-dione by ab initio HF and density functional methods 

Joseph T., Varghese 
H.T., Panicker C.Y., 
Thiemann T., 
Viswanathan K., Van 
Alsenoy C., Manojkumar 
T.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2014 

Vibrational spectroscopic and molecular docking study of 
(2E)-N-(4-chloro-2-oxo-1,2-dihydroquinolin-3-yl)-3-
phenylprop-2-enamide 

Ulahannan R.T., 
Panicker C.Y., Varghese 
H.T., Musiol R., 
Jampilek J., Van Alsenoy 
C., War J.A., Al-Saadi 
A.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Molecular conformational analysis, vibrational spectra, NBO, 
NLO analysis and molecular docking study of bis[(E)-
anthranyl-9-acrylic]anhydride based on density functional 
theory calculations 

Mary Y.S., Panicker C.Y., 
Thiemann T., Al-Azani 
M., Al-Saadi A.A., Van 
Alsenoy C., Raju K., War 
J.A., Srivastava S.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 

2015 



 

 

Spectroscopy 
FT-IR, NBO, HOMO-LUMO, MEP analysis and molecular 
docking study of Methyl N-({[2-(2-methoxyacetamido)-4-
(phenylsulfanyl)phenyl]amino}[(methoxycarbonyl) 
imino]methyl)carbamate 

Panicker C.Y., Varghese 
H.T., Narayana B., Divya 
K., Sarojini B.K., War 
J.A., Van Alsenoy C., 
Fun H.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Infrared spectrum, NBO, HOMO-LUMO, MEP and molecular 
docking studies (2E)-3-(3-nitrophenyl)-1-[4-piperidin-1-
yl]prop-2-en-1-one 

Panicker C.Y., Varghese 
H.T., Nayak P.S., 
Narayana B., Sarojini 
B.K., Fun H.K., War J.A., 
Srivastava S.K., Van 
Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic investigation (FT-IR and FT-Raman), 
vibrational assignments, HOMO-LUMO analysis and 
molecular docking study of 1-hydroxy-4,5,8-tris(4-
methoxyphenyl) anthraquinone 

Renjith R., Sheena Mary 
Y., Tresa Varghese H., 
Yohannan Panicker C., 
Thiemann T., Shereef A., 
Al-Saadi A.A. 

Journal of 
Physics and 
Chemistry of 
Solids 

2015 

1-Alkyl-1-methylpiperazine-1,4-diium salts: Synthetic, acid-
base, XRD-analytical, FT-IR, FT-Raman spectral and 
quantum chemical study 

NÄ›meÄ kovÃ¡ D., Mary 
Y.S., Panicker C.Y., 
Varghese H.T., Van 
Alsenoy C., 
ProchÃ¡zkovÃ¡ M., 
Pazdera P., Al-Saadi A.A. 

Journal of 
Molecular 
Structure 

2015 

Spectroscopic and theoretical characterization of 2-(4-
methoxyphenyl)-4,5-dimethyl-1H-imidazole 3-oxide 

Benzon K.B., Varghese 
H.T., Panicker C.Y., 
Pradhan K., Tiwary B.K., 
Nanda A.K., Alsenoy C.V. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Molecular structure, FT-IR, FT-Raman, NBO, HOMO and Ulahannan R.T., Spectrochimic 2015 



 

 

LUMO, MEP, NLO and molecular docking study of 2-[(E)-2-
(2-bromophenyl)ethenyl]quinoline-6-carboxylic acid 

Panicker C.Y., Varghese 
H.T., Musiol R., 
Jampilek J., Van Alsenoy 
C., War J.A., Srivastava 
S.K. 

a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

FT-IR, HOMO-LUMO, NBO, MEP analysis and molecular 
docking study of 3-Methyl-4-{(E)-[4-(methylsulfanyl)-
benzylidene]amino}1H-1,2,4-triazole-5(4H)-thione 

Panicker C.Y., Varghese 
H.T., Manjula P.S., 
Sarojini B.K., Narayana 
B., War J.A., Srivastava 
S.K., Van Alsenoy C., Al-
Saadi A.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectral investigations, DFT computations and molecular 
docking studies of 1,7,8,9-tetrachloro-10,10-dimethoxy-4-{3-
[4-(2-methylphenyl)piperazin-1-yl]propyl}-4-
azatricyclo[5.2.1.02,6]dec-8-ene-3,5-dione 

Resmi K.S., Mary Y.S., 
Varghese H.T., Panicker 
C.Y., PakosiÅ„ska-Parys 
M., Alsenoy C.V. 

Journal of 
Molecular 
Structure 

2015 

Spectroscopic investigation (FT-IR, FT-Raman), HOMO-
LUMO, NBO analysis and molecular docking study of 4-
chlorophenyl quinoline-2-carboxylate 

Fazal E., Panicker C.Y., 
Varghese H.T., 
Nagarajan S., Sudha 
B.S., War J.A., 
Srivastava S.K., 
Harikumar B., Anto P.L. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Vibrational spectra, HOMO, LUMO, NBO, MEP analysis and 
molecular docking study of 2,2-diphenyl-4-(piperidin-1-
yl)butanamide 

Mary Y.S., Varghese 
H.T., Panicker C.Y., 
Girisha M., Sagar B.K., 
Yathirajan H.S., Al-Saadi 
A.A., Van Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Molecular conformational analysis, vibrational spectra, NBO, 
NLO, HOMO-LUMO and molecular docking studies of ethyl 
3-(E)-(anthracen-9-yl)prop-2-enoate based on density 
functional theory calculations 

Mary Y.S., Varghese 
H.T., Panicker C.Y., 
Thiemann T., Al-Saadi 
A.A., Popoola S.A., Van 

Spectrochimic
a Acta - Part 
A: Molecular 
and 

2015 



 

 

Alsenoy C., Al Jasem Y. Biomolecular 
Spectroscopy 

Vibrational spectroscopic studies and molecular docking 
study of 2-[(E)-2-phenylethenyl]quinoline-5-carboxylic acid 

Ulahannan R.T., 
Panicker C.Y., Varghese 
H.T., Musiol R., 
Jampilek J., Alsenoy 
C.V., War J.A., 
Manojkumar T.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Vibrational spectroscopic and molecular docking study of 4-
Methylphenylquinoline-2-carboxylate 

Fazal E., Panicker C.Y., 
Varghese H.T., 
Nagarajan S., Sudha 
B.S., War J.A., 
Srivastava S.K., 
Harikumar B., Anto P.L. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic investigations, NBO, HOMO-LUMO, NLO 
analysis and molecular docking of 5-(adamantan-1-yl)-3-
anilinomethyl-2,3-dihydro-1,3,4-oxadiazole-2-thione, a 
potential bioactive agent 

Al-Omary F.A.M., Mary 
Y.S., Panicker C.Y., El-
Emam A.A., Al-Swaidan 
I.A., Al-Saadi A.A., Van 
Alsenoy C. 

Journal of 
Molecular 
Structure 

2015 

Spectroscopic investigation (FT-IR and FT-Raman), 
vibrational assignments, HOMO-LUMO, NBO, MEP analysis 
and molecular docking study of 2-[(4-chlorobenzyl)sulfanyl]-
4-(2-methylpropyl)-6-(phenylsulfanyl)-pyrimidine-5-
carbonitrile, a potential chemotherapeutic agent 

Alzoman N.Z., Mary Y.S., 
Panicker C.Y., Al-
Swaidan I.A., El-Emam 
A.A., Al-Deeb O.A., Al-
Saadi A.A., Van Alsenoy 
C., War J.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic investigation (FT-IR and FT-Raman), 
vibrational assignments, HOMO-LUMO, NBO, MEP analysis 
and molecular docking study of 2-(4-hydroxyphenyl)-4,5-
dimethyl-1H-imidazole 3-oxide 

Benzon K.B., Varghese 
H.T., Panicker C.Y., 
Pradhan K., Tiwary B.K., 
Nanda A.K., Alsenoy C.V. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 



 

 

Molecular structure, FT-IR, vibrational assignments, HOMO-
LUMO, MEP, NBO analysis and molecular docking study of 
ethyl-6-(4-chlorophenyl)-4-(4-fluorophenyl)-2-oxocyclohex-3-
ene-1-carboxylate 

Sheena Mary Y., 
Yohannan Panicker C., 
Sapnakumari M., 
Narayana B., Sarojini 
B.K., Al-Saadi A.A., Van 
Alsenoy C., War J.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Infrared spectrum, structural and optical properties and 
molecular docking study of 3-(4-fluorophenyl)-5-phenyl-4,5-
dihydro-1H-pyrazole-1-carbaldehyde 

Mary Y.S., Panicker 
C.Y., Sapnakumari M., 
Narayana B., Sarojini 
B.K., Al-Saadi A.A., Van 
Alsenoy C., War J.A., 
Fun H.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic (FT-IR, FT-Raman), first order 
hyperpolarizability, NBO analysis, HOMO and LUMO 
analysis of 5-tert-Butyl-6-chloro-N-[(4-
(trifluoromethyl)phenyl]pyrazine-2-carboxamide 

Bhagyasree J.B., 
Varghese H.T., Panicker 
C.Y., Van Alsenoy C., Al-
Saadi A.A., Dolezal M., 
Samuel J. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic investigation (FT-IR, FT-Raman and SERS), 
vibrational assignments, HOMO-LUMO analysis and 
molecular docking study of Opipramol 

Mary Y.S., Panicker 
C.Y., Kavitha C.N., 
Yathirajan H.S., 
Siddegowda M.S., Cruz 
S.M.A., Nogueira H.I.S., 
Al-Saadi A.A., Van 
Alsenoy C., War J.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

FT-IR, NBO, HOMO-LUMO, MEP analysis and molecular 
docking study of 1-[3-(4-Fluorophenyl)-5-phenyl-4,5-
dihydro-1H-pyrazol-1-yl]ethanone 

Mary Y.S., Panicker C.Y., 
Sapnakumari M., 
Narayana B., Sarojini 
B.K., Al-Saadi A.A., Van 
Alsenoy C., War J.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 



 

 

Molecular structure, FT-IR, vibrational assignments, HOMO-
LUMO analysis and molecular docking study of 1-[5-(4-
Bromophenyl)-3-(4-fluorophenyl)-4,5-dihydro-1H-pyrazol-1-
yl]ethanone 

Mary Y.S., Panicker 
C.Y., Sapnakumari M., 
Narayana B., Sarojini 
B.K., Al-Saadi A.A., Van 
Alsenoy C., War J.A., 
Fun H.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Molecular structure, FT-IR, NBO, HOMO and LUMO, MEP 
and first order hyperpolarizability of (2E)-1-(2,4-
Dichlorophenyl)-3-(3,4,5-trimethoxyphenyl) prop-2-en-1-one 
by HF and density functional methods 

Sheena Mary Y., 
Yohannan Panicker C., 
Anto P.L., Sapnakumari 
M., Narayana B., Sarojini 
B.K. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Vibrational spectroscopic studies and molecular docking of 
10,10-dimethylanthrone 

Sheena Mary Y., 
Yamuna T.S., Yohannan 
Panicker C., Yathirajan 
H.S., Siddegowda M.S., 
Al-Saadi A.A., Van 
Alsenoy C., War J.A. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Spectroscopic investigation (FT-IR and FT-Raman), 
vibrational assignments, HOMO-LUMO analysis and 
molecular docking study of 2-(Adamantan-1-yl)-5-(4- 
nitrophenyl)-1,3,4-oxadiazole 

Haress N.G., Al-Omary 
F., El-Emam A.A., Mary 
Y.S., Panicker C.Y., Al-
Saadi A.A., War J.A., Van 
Alsenoy C. 

Spectrochimic
a Acta - Part 
A: Molecular 
and 
Biomolecular 
Spectroscopy 

2015 

Vibrational spectroscopic studies, Fukui functions, HOMO-
LUMO, NLO, NBO analysis and molecular docking study of 
(E)-1-(1,3-benzodioxol-5-yl)-4,4-dimethylpent-1-en-3-one, a 
potential precursor to bioactive agents 

Al-Wabli R.I., Resmi K.S., 
Sheena Mary Y., 
Yohannan Panicker C., 
Attia M.A., El-Emam 
A.A., Van Alsenoy C. 

Journal of 
Molecular 
Structure 

2016 

Conformational, NBO, NLO, HOMO-LUMO, NMR, electronic 
spectral study and molecular docking study of N,N-Dimethyl-

Resmi K.S., Haruna K., 
Sheena Mary Y., 

Journal of 
Molecular 

2016 



 

 

3-(10H-phenothiazin-10-yl)-1-propanamine Yohannan Panicker C., 
Saleh T.A., Al-Saadi A.A., 
Van Alsenoy C. 

Structure 

External dose measurements in the Eloor industrial area in 
the Ernakulam district of Kerala, India 

Balakrishnan D., 
Umadevi A.G., Ben Byju 
S., Sunil A., Abraham 
J.P., Jojo P.J., 
Radhakrishnan S., 
Harikumar M. 

International 
Journal of 
Radiation 
Research 

2016 

Spectroscopic investigations and molecular docking study of 
(2E)-1-(4-Chlorophenyl)-3-[4-(propan-2-yl)phenyl]prop-2-en-
1-one using quantum chemical calculations 

Parveen S., Al-Alshaikh 
M.A., Panicker C.Y., El-
Emam A.A., Salian V.V., 
Narayana B., Sarojini 
B.K., van Alsenoy C. 
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