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Kumar V.S.,
Mary Y.S,,
Pradhan K.,
Brahman D.,
ynthesis, spectral properties, Mary Y.S.,
chemical descriptors and light Thomas R., |Journal of
harvesting studies of a new Roxy M.S., Molecular
bioactive azo imidazole compound |Alsenoy C.V. |Structure 2020 1 2 0.016453 0
Mary Y.S,,
Mary Y.S., Spectrochi
Thomas R., |mica Acta -
Armakovic Part A:
Exploring the detailed S., Molecular
spectroscopic characteristics, Armakovic and
chemical and biological activity of |S.J., Zitko J.,|Biomolecul
two cyanopyrazine-2-carboxamide [Dolezal M., |ar
derivatives using experimental Van Alsenoy [Spectrosco
and theoretical tools C. Py 2020 1 4 0.027422 0
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B., Sheena
Mary Y.,
Khandaker
M.U., Radiation

Effects of mobile phone radiation |Bradley D.A., |Physics

on certain hematological Chew M.T., |and

parameters Jojo P.J. Chemistry 2020 0]
Al-Otaibi

Quantum mechanical and J.S., Mary

photovoltaic studies on the Y.S., Mary Journal of

cocrystals of hydrochlorothiazide |Y.S., Thomas |Molecular

with isonazid and malonamide R. Structure 2019 0.005484
Smitha M.,
Mary Y.S.,
Pradhan K.,

Synthesis, spectral Brahman D.,

characterisation, quantum Mary Y.S.,

mechanical analysis and light Thomas R., [Journal of

harvesting properties of two Pavithran R., |Molecular

azoimidazole analogues Alsenoy C.V. |Structure 2019 0.005484
Bhaskaran
S., Sharma

Fabrication of innocuous gold N., Tiwari P.,

nanoparticles using plant cells in |Singh S.R., |Scientific

culture Sahi S.V. Reports 2019 0
Mary Y.S.,

Detailed quantum mechanical, Mary Y.S.,

molecular docking, QSAR Resmi K.S.,

prediction, photovoltaic light Kumar V.S.,

harvesting efficiency analysis of |Thomas R.,

benzil and its halogenated Sureshkuma

analogues r B. Heliyon 2019 0
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A novel voltammetric sensor for

morphine detection based on Abraham P.,

electrochemically synthesized poly |Renjini S., AIP

(p- Mary T.E.N., |Conference

aminobenzenesulfonicacid)/reduc |Kumary V.A., |Proceeding

ed graphene oxide composite Chithra P.G. |s 2019
Afzal A.,
Thayyil M.S.,
Shariq M.,
Mary Y.S.,
Resmi K.S.,

Anti-Cancerous Brucine and Thomas R.,

Colchicine: Experimental and Islam N., Chemistry

Theoretical Characterization Abinu A.J. Select 2019
Abraham P.,

A novel heterogeneous catalyst S R., Swamy

based on reduced graphene oxide |B.E.K., Journal of

supported copper coordinated Nancy Electroanal

amino acid a€“ A platform for T.E.M., ytical

morphine sensing Sreevalsan A.|Chemistry 2019
Surya R., Journal of
Mullassery |Science:

Synthesis and characterization of |M.D., Advanced

a clay-alginate nanocomposite for |Fernandez Materials

the controlled release of 5- N.B., Thomas|and

Flurouracil D. Devices 2019
Visnuprasad |[Radiation

Comparison of results from indoor |A.K., Reby and

radon measurements using active |Roy K.E., Environme

and passive methods with those [Jojo P.J., ntal

from mathematical modeling Sahoo B.K. |Biophysics 2019
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Mary Y.S.,
DFT and molecular docking Mary Y.S.,
investigations of oxicam Resmi K.S.,
derivatives Thomas R. Heliyon 2019 0
Kumar V.S.,
Sheena Mary
Conformational profile, vibrational |Y., Popoola
assignments, NLO properties and |[S.A., Thomas
molecular docking of biologically |R., Roxy
active herbicidel,1-dimethyl-3- M.S., Al-
phenylurea Saadi A.A. Heliyon 2019 0.016453
Activity concentrations of Ramsiya M., |Journal of
radionuclides in soil samples Joseph A., Radioanaly
along the coastal areas of Kerala, |Eappen K.P., |tical and
India and the assessment of Visnuprasad |Nuclear
radiation hazard indices AK. Chemistry 2019 0.005484
Mary Y.S,,
Resmi K.S.,
Narayana B.,
Sarojini
S.B.K,,
Armakovic
S.,
Armakovic
Synthesis and spectroscopic study|S.J.,
of two new pyrazole derivatives Vijayakumar
with detailed computational G., Alsenoy |Journal of
evaluation of their reactivity and |C.V., Mohan |Molecular
pharmaceutical potential B.J. Structure 2019 0.054845
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Thomas R.,
Mary Y.S,,
Resmi K.S.,
Two neoteric pyrazole compounds [Narayana B.,
as potential anti-cancer agents: Sarojini B.K.,
Synthesis, electronic structure, Vijayakumar [Journal of
physico-chemical properties and |G., Van Molecular
docking analysis Alsenoy C. Structure 2019 0.060329
Synthesis, characterization and
biological investigation of glycine-
based sulfonamide derivative and |Shafieyoon
its complex: Vibration assignment, |P., Journal of
HOMO a€“ LUMO analysis, MEP |Mehdipour |Molecular
and molecular docking E., Mary Y.S. |Structure 2019 0.060329
Thayyil M.S.,
Sivaramakris
hnan P.A,,
Sulaiman
M.K.,
Dielectric spectroscopic studies in [Hussan Journal of
supercooled liquid and glassy K.P.S,, Non-
states of Acemetacin, Brucine and |Panicker Crystalline
Colchicine C.Y., Ngai Solids 2019 0.021938
Single crystal XRD, DFT
investigations and molecular P.R. K.R,,
docking study of 2- ((1,5-dimethyl- [Mary Y.S., Computati
3-0x0-2-phenyl-2,3-dihydro-1H- |Fernandez onal
pyrazol-4-yljamino)jnaphthalene- |A., S A.P., Biology
1,4-dione as a potential anti- Mary Y.S,, and
cancer lead molecule Thomas R. Chemistry 2019 0.082267
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Mary Y S,
Panicker
Ccy,,
Armakovic
S.,
Armakovic
S.J., Arisoy
Spectroscopic, antimicrobial and |M., Temiz- Journal of
computational study of novel Arpaci O., Molecular
benzoxazole derivative Van Alsenoy |Structure 2019 0.005484
J.S., Sheena
Mary Y.,
Cocrystals of pyrazinamide with p-|Shyma Mary
toluenesulfonic and ferulic acids: [Y., Panicker [Journal of
DFT investigations and molecular |C.Y., Thomas |Molecular
docking studies R. Structure 2019 0.032907
Suneetha V.,
Smitha M.,
Mary Y.S.,
Armakovic
S.,
Armakovic
S.J., Rao
Synthesis, conformational, R.S.,
characterization and reactivity Suchetan Journal of
study of 1,7-bis(4- P.A., Al- Molecular
bromophenyl)heptane-1,7-dione [Saadi A.A., |Structure 2019 0.005484
Abraham P.,
Electrochemical synthesis of thin- |Renjini S., Journal of
layered graphene oxide-poly(CTAB)|Nancy Applied
composite for detection of T.E.M., Electroche
morphine Kumary V.A. |mistry 2019 0
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Hybrid and bioactive cocrystals of

pyrazinamide with hydroxybenzoic |Al-Otaibi
acids: Detailed study of structure, |J.S., Mary
spectroscopic characteristics, Y.S,,
other potential applications and |Armakovic Journal of
noncovalent interactions using S., Thomas [Molecular
SAPT R. Structure 2019
Kumar V.S.,
Armakovic
S.J.,
Armakovic Spectrochi
S., Mary mica Acta -
Y.S., Thomas |Part A:
Spectral characterization, R., Popoola |Molecular
thermochemical studies, periodic [S.A., and
SAPT calculations and detailed Almohamme [Biomolecul
quantum mechanical profiling di A.R., Roxy |ar
various physico-chemical M.S., Al- Spectrosco
properties of 3,4-dichlorodiuron Saadi A.A. Py 2019
Sheena Mary
Y., Ertan-
Bolelli T.,
Quantum Mechanical Studies of [Thomas R.,
Three Aromatic Halogen- Krishnan
Substituted Bioactive A.R., Bolelli |Polycyclic
Sulfonamidobenzoxazole K., Kasap Aromatic
Compounds with Potential Light |E.N., Onkol [Compound
Harvesting Properties T., Yildiz I. s 2019
Visnu Prasad |[Materials
A.K., Soniya |[Today:
Comparison of gamma dose levels [S.R., Jojo Proceeding
assessed by various methods P.J. S 2019
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Yohanan R.,

Jeyarani Proceeding
N.J., s of the
Devipriya V., [National
Rather S.A., |Academy of
Kasana S., Sciences
Evaluating Genetic Diversity Thakur J., India
Within Genus Jasminum L. Dwivedi Section B -
(Oleaceae) Using Intersimple M.D., Pandey |Biological
Sequence Repeats (ISSR) Marker [A.K. Sciences 2019
Mary Y.S.,
Thomas R.,
Narayana B.,
Samshuddin
S., Sarojini
B.K,,
Theoretical Studies on the Armakovic
Structure and Various Physico- S., Polycyclic
Chemical and Biological Properties |Armakovic  |Aromatic
of a Terphenyl Derivative with S.J., Pillai Compound
Immense Anti-Protozoan Activity |G.G. s 2019
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Synthesis, characterization and
computational studies of
semicarbazide derivative

ar M.,
Bhuvaneswa
riT.,
Venkatesh
G., Kamal C.,
Vennila P.,
Armakovic
S.,
Armakovic
S.J., Sheena
Mary Y.,
Yohannan

Journal of
Molecular
Liquids

2018

Synthesis and spectroscopic study
of three new oxadiazole derivatives
with detailed computational
evaluation of their reactivity and
pharmaceutical potential

Miniyar P.B.,
Mary Y.S.,
Resmi K.S.,
Panicker
CY.,
Armakovic
S,
Armakovic
S.J., Thomas
R.,
Sureshkuma

Journal of
Molecular
Structure

2018

Two novel imidazole derivatives
a€“ Combined experimental and
computational study

Mary Y.S.,
Hossain M.,
Resmi K.S.,
Armakovic
S,
Armakovic
S.J.,
Pavithran R.,
Nanda A.K.,
Van Alsenoy
C.

Journal of
Molecular
Structure

2018
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J.N.,,
Phylogenetic analysis and Yohannan
evolution of morphological R.,
characters in the genus Vijayavalli Journal of
Jasminum L. (Oleaceae) in India [D., Dwivedi [Genetics 2018 0.005484
Microwave- assisted green Mullassery
synthesis of acrylamide M.D., Sustainabl
cyclodextrin-grafted silylated Fernandez e
bentonite for the controlled N.B., Surya [Chemistry
delivery of tetracycline R., Thomas |and
hydrochloride D. Pharmacy 2018 0.032907
G., Kamal C.,
Vennila P.,
Govindaraju
M., Mary
Molecular dynamic simulations, Y.S,,
ALIE surface, Fukui functions Armakovic
geometrical, molecular docking S, Journal of
and vibrational spectra studies of |Armakovic Molecular
tetra chloro p and m-xylene S.J., Kaya S.,|Structure 2018 0.060329
Molecular structure,
spectroscopic, dielectric and
thermal study, nonlinear optical Spectrochi
properties, natural bond orbital, mica Acta -
HOMO-LUMO and molecular Hosna S., Part A:
docking analysis of Janzen D.E., [Molecular
(C<inf>6</inf>Cl<inf>2</inf>0O<in |Mary Y.S., and
f>4</inf>) Resmi K.S., |Biomolecul
(C<inf>10</inf>H<inf>14</inf>N< [Thomas R., [ar
inf>2</inf>F)<inf>2</inf>A-2H<inf[Mohamed R., [Spectrosco
>2</inf>0 Wajda S. Py 2018 0.032907

10
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Nair A.B.,
Arun D.,
Thushara
V.V., Sheeja
C.C,
Dietary curcumin influences Vijayasree
leptin, growth hormone and A.S,
hepatic growth factors in Tilapia |Oommen Aquacultur
(Oreochromis mossambicus) 0.V, Divya |[e 2018 0.043876
Remya
Reproductive biology of a Gobiid |Mohan S.,
fish Oxyurichthys tentacularis Harikrishnan |Journal of
(Valenciennes, 1837) inhabiting M., Sherly Applied
Ashtamudi Lake, S. India Williams E. |Ichthyology 2018 0.010969
r B., Mary
Y.S., Resmi
K.S., Suma
S.,
Spectroscopic characterization of |Armakovic
hydroxyquinoline derivatives with [S.,
bromine and iodine atoms and Armakovic
theoretical investigation by DFT S.J., Van Journal of
calculations, MD simulations and |Alsenoy C., |Molecular
molecular docking studies Narayana B., |Structure 2018 0
A green approach for the Mullassery |Asian
synthesis of drug delivery system, |M.D., Journal of
mesoporous silica grafted Fernandez Pharmaceu
acrylamide a€“I>-cyclodextrin N.B., Surya |tical and
composite, for the controlled R., Thomas |Clinical
release of curcumin D. Research 2018 0

11
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M.S., Mary
Y.S., Miniyar
P.B., Al-
Wahaibi
Synthesis, spectroscopic analyses, [L.H., EI-
chemical reactivity and molecular |Emam A.A.,
docking study and anti-tubercular [Armakovic Journal of
activity of pyrazine and condensed |S., Molecular
oxadiazole derivatives Armakovic Structure 2018 0.060329
r B., Sheena
Mary Y.,
Suma S.,
Armakovic
Spectroscopic characterization of |S.,
8-hydroxy-5-nitroquinoline and 5- |Armakovic
chloro-8-hydroxy quinoline and S.J., Alsenoy
investigation of its reactive C.vV,,
properties by DFT calculations Narayana B., [Journal of
and molecular dynamics Sasidharan |Molecular
simulations B.P. Structure 2018 0.021938
Al-Tamimi A.-
M.S., Mary
Y.S., Hassan
Study on the structure, H.M., Resmi
vibrational analysis and molecular [K.S., El-
docking of fluorophenyl derivatives|Emam A.A., |Journal of
using FT-IR and density Narayana B., [Molecular
functional theory computations Sarojini B.K. |Structure 2018 0.021938

12
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Thomas R.,

Mary Y.S.,

K.S.Resmi,

Armakovic

S.,

Armakovic
Understanding reactivity of two S.J., Nanda
newly synthetized imidazole AK,
derivatives by spectroscopic Vijayakumar (Journal of
characterization and G., Alsenoy |Molecular
computational study C.V. Structure 2018 10 0.093236

Hossain M.,

Mary Y.S.,

Resmi K.S.,

Armakovic

S.,

Armakovic

S.J., Nanda
Spectroscopic analysis and A.K., Ranjan
molecular docking of imidazole V.K.,
derivatives and investigation of its |Vijayakumar |Journal of
reactive properties by DFT and G., Van Molecular
molecular dynamics simulations [Alsenoy C. Structure 2018 3 0.038391

Mary Y.S.,
Synthesis, spectroscopic analyses |Abdel-Aziz
(FT-IR and NMR), vibrational A.AM,,
study, chemical reactivity and Miniyar P.B.,
molecular docking study and anti- [Armakovic
tubercular activity of condensed |S., Journal of
oxadiazole and pyrazine Armakovic Molecular
derivatives S.J. Structure 2018 5 0.054845

13
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r B., Mary
Y.S., Resmi
K.S,,
Panicker
Ccy,,
Spectroscopic analysis of 8- Armakovic
hydroxyquinoline derivatives and [S.,
investigation of its reactive Armakovic Journal of
properties by DFT and molecular [S.J., Van Molecular
dynamics simulations Alsenoy C., |Structure 2018 0.065814
Sheena Mary
Y., Shyma
Mary Y.,
Panicker
CY.,
Bielenica A.,
Armakovic
Combined spectroscopic, DFT, TD-|S., Journal of
DFT and MD study of newly Armakovic Molecular
synthesized thiourea derivative S.J., Van Structure 2018 0.043876
N.B,,
Mullassery
M.D., Desalinatio
Characterization of biochars from [Thomas D., [n and
a plant biomass and its effect on |Surya R, Water
lead sorption capacity Jelen Das Y. |Treatment 2018 0
AK.,
Jaikrishnan
Contribution of thoron and G., Sahoo
progeny towards inhalation dose [B.K., Pereira |Radiation
in a thorium abundant beach C.E., Jojo Protection
environment P.J. Dosimetry 2018 0.016453

14
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Armakovic

S,

Armakovic

S.J., Tomic |Computati
Adsorption properties of graphene [B.T., Pillai onal and
towards the ephedrine a€“ A R.R., Theoretical
frequently used molecule in sport [Panicker C.Y.|Chemistry 2018

Govindaraju

M.,

Venkatesh

G., Kamal C.,

Mary Y.S.,

Panicker

C.Y., Kaya
A complete computational and S.,
spectroscopic study of 2-bromo-1, [Armakovic |Journal of
4-dichlorobenzene a€“ A S., Molecular
frequently used benzene derivative |Armakovic  |Structure 2018

Abdullah

E.S., Aljohar

H.I,

Narayana B.,
4-[(4-acetylphenyl)amino]-2- Nayak P.S.,
methylidene-4-oxobutanoic acid, a|Sarojini B.K.,
newly synthesized amide with Armakovic  [Journal of
hydrophilic and hydrophobic S., the
segments: Spectroscopic Armakovic Serbian
characterization and investigation [S.J., Alsenoy |Chemical
of its reactive properties C.V, El- Society 2018

15
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Jeyarani J

Nirmala,
Yohannan
Regy,
Vijayavalli
Devipriya,
Phylogenetic analysis and Dwivedi D JOURNAL
evolution of morphological Mayank, OF
characters in the genus Pandey K GENETICS
Jasminum L. (Oleaceae) in India |Arun 2018
INTERNATI
ONAL
JOURNAL
OF
MANAGEM
Strategic human resource John Ancy, (ENT
management: An overview Kalarani T G [STUDIES 2018
BULLETIN
OF PURE
AND
APPLIED
SCIENCES
SEC. E -
MATHEMA
: A fixed point theorem in complex |Lekshmi S, |[TICS &
valued B - Metric space using Dersanambi |STATISTIC
contractive mappings kaKS S 2018

16
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JOURNAL
OF THE
MARINE
BIOLOGIC
Seasonal and positional variations [Rinju R AL
in the rate of nacre coating in Mary, Anil M |[ASSOCIATI
Indian pearl oyster Pinctada K, Williams |ON OF
fucata (Gould, 1850) E Sherly INDIA 2018
r B., Sheena
Mary Y.,
Panicker
C.Y., Resmi
K.S., Suma
Spectroscopic analysis of 8- S.,
hydroxyquinoline-5-sulphonic Armakovic
acid and investigation of its S., Journal of
reactive properties by DFT and Armakovic Molecular
molecular dynamics simulations |S.J., Van Structure 2017
Smitha M.,
Sheena Mary
Y.,
Armakovic
Supramolecular architecture of 5- |S.,
bromo-7-methoxy-1-methyl-1H- |[Armakovic
benzoimidazole.3H<inf>2</inf>0: [S.J., Rao
Synthesis, spectroscopic R.S,,
investigations, DFT computation, [Suchetan Journal of
MD simulations and docking P.A., Giri L., |[Molecular
studies Pavithran R., |Structure 2017

17
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A., Aswathy
V.V., Sheena
Mary Y.,
Yohannan
Panicker C.,
Synthesis, XRD single crystal Armakovic
structure analysis, vibrational S,
spectral analysis, molecular Armakovic
dynamics and molecular docking [S.J., Journal of
studies of 2-(3-methoxy-4- Ravindran Molecular
hydroxyphenyl) benzothiazole R., Van Structure 2017
Mary Y.S.,
Panicker
Ccy,,
Armakovic
S,
Investigation of reactive and Armakovic
spectroscopic properties of S.J.,
oxobutanoic acid derivative: Narayana B., |Journal of
Combined spectroscopic, DFT, MD |Sarojini B.K., |Molecular
and docking study Van Alsenoy |Structure 2017
Alshaikh
M.A., Mary
Y.S.,
Vibrational spectroscopic Panicker
investigations and molecular C.Y., El-
docking studies of biologically Emam A.A.,
active 2-[4-(4- Temiz-Arpaci |Journal of
phenylbutanamido)phenyl]-5- 0., Alsenoy |[Molecular
ethylsulphonyl-benzoxazole C.V. Structure 2017

18
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A.T., Al-
Ahmadi A.F.,
Mary Y.S,,
Panicker
Conformational, vibrational and C.Y., Ullah
DFT studies of a newly N.,
synthesized arylpiperazine-based |Armakovic
drug and evaluation of its S, Journal of
reactivity towards the human Armakovic Molecular
GABA receptor S.J., Van Structure 2017 0.021938
Pujar G.H.,
Wari M.N.,
Steffi B.,
Varsha H.,
A combined experimental and Kavita B.,
computational investigation of Yohannan
solvatochromism of nonpolar laser |Panicker C.,
dyes: Evaluation of ground and Santhosh C., |Journal of
singlet excited-state dipole Patil A., Molecular
moments Inamdar S.R. |Liquids 2017 0.043876
Midhun M., |Journal of
Comparison of thoron (Rn-220) Mathew S., [Radioanaly
content and gamma radiation level [Rejith R.S., |tical and
in high background radiation area |Jojo P.J., Nuclear
of Kollam district in Kerala, India |Sahoo B.K. |Chemistry 2017 0.010969

19
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Insight into the reactive properties
of newly synthesized 1,2,4-triazole

Omary
F.AM.,,
Mostafa
G.A.E., El-
Emam A.A.,
Manjula P.S.,
Sarojini B.K.,
Narayana B.,

derivative by combined Armakovic
experimental (FT-IR and FR- S., Journal of
Raman) and theoretical (DFT and |Armakovic |Molecular
MD) study S.J., Van Structure 2017
V.V., Alper-
Hayta S.,
Yalcin G.,
Mary Y.S.,
Panicker
C.Y., Jojo
P.J., Kaynak-
Modification of benzoxazole Onurdag F.,
derivative by bromine- Armakovic
spectroscopic, antibacterial and S,
reactivity study using Armakovic  [Journal of
experimental and theoretical S.J., Yildiz 1., |Molecular
procedures Van Alsenoy |Structure 2017

20
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Sheena Mary
Y., Suneetha
V., Panicker

cY,,

Armakovic
S,
Armakovic
Towards the new heterocycle S.J., Giri L.,
based molecule: Synthesis, Suchetan Journal of
characterization and reactivity P.A., Van Molecular
study Alsenoy C. Structure 2017
Al-Abdullah
E.S., Al-
Omary
F.A.M., El-
Emam A.A.,
Anto P.L.,
FT-IR and FT-Raman Sheena M.Y.,
characterization and investigation |Armakovic
of reactive properties of N-(3-iodo- [S.,
4-methylphenyl)pyrazine-2- Armakovic
carboxamide by molecular S.J., Zitko J.,|Journal of
dynamics simulations and DFT Dolezal M., [Molecular
calculations Van Alsenoy |Structure 2017
Mary Y.S.,
Panicker
C.Y., Anto
P.L,
Armakovic
S,
New quinolone derivative: Armakovic
Spectroscopic characterization S.J., Musiol |Journal of
and reactivity study by DFT and [R., Jampilek |Molecular
MD approaches J., Van Structure 2017

21
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Varghese
Spectroscopic (FT-IR, FT-Raman), |H.T.,
first order hyperpolarizability, Panicker
NBO analysis, HOMO and LUMO (C.Y.,
analysis of N-[(4- Viswanathan
(trifluoromethyl)phenyl|pyrazine-2-(K., Dolezal [Arabian
carboxamide by density functional |M., Van Journal of
methods Alsenoy C. Chemistry 2017 12 14 0.142596 13
Mary Y.S.,
Mary Y.S.,
Panicker
C.Y., Abdel-
Aziz A.A.-M.,
Mohamed
M.A,,
Spectroscopic and reactive Armakovic
properties of a newly synthesized |S.,
quinazoline derivative: Combined [Armakovic Journal of
experimental, DFT, molecular S.J., Van Molecular
dynamics and docking study Alsenoy C. Structure 2017 2 2 0.021938 0
Mary Y.S.,
Mary Y.S,,
Panicker
C.Y., Abdel-
Aziz A.A.-M.,
El-Sherbeny
M.A,,
Newly synthesized Armakovic
dihydroquinazoline derivative from |S.,
the aspect of combined Armakovic Journal of
spectroscopic and computational |S.J., Van Molecular
study Alsenoy C. Structure 2017 2 2 0.021938 0
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V.V., Mary

Y.S., Jojo

P.J.,

Panicker
Investigation of spectroscopic, cyY,,
reactive, transport and docking Bielenica A.,
properties of 1-(3,4- Armakovic
dichlorophenyl)-3-[3- S.,
(trifluoromethyl)phenyl|thiourea  |Armakovic Journal of
(ANF-6): Combined experimental |S.J., Brzozka [Molecular
and computational study P, Structure 2017

Mary Y.S.,

Varghese

H.T.,

Panicker

Ccy,,

Armakovic
Spectroscopic, DFT, molecular S.,
dynamics and molecular docking [Armakovic
study of 1-butyl-2-(4- S.J., Journal of
hydroxyphenyl)-4,5-dimethyl- Pradhan K., |Molecular
imidazole 3-oxide Nanda A.K., [Structure 2017

Sheena Mary

Y., Shyma

Mary Y.,

Panicker
Synthesis, crystal structure CY.,
analysis, spectral investigations, [Suneetha V.,
DFTA computations and Armakovic
molecular dynamics and docking (S.,
study of 4-benzyl-5- Armakovic  [Journal of
oxomorpholine-3-carbamide, a S.J., Van Molecular
potential bioactive agent Alsenoy C., |Structure 2017

23
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Y., Al-Shehri
M.M., Jalaja
K., Al-Omary
F.AM., El-
Emam A.A.,
Yohannan
Panicker C.,
Synthesis, vibrational Armakovic
spectroscopic investigations, S.,
molecular docking, antibacterial |Armakovic
studies and molecular dynamics |S.J., Temiz-
study of 5-[(4- Arpaci O., Journal of
nitrophenyl)acetamido]-2-(4-tert- |Van Alsenoy |Molecular
butylphenyl)benzoxazole C. Structure 2017 0.027422
Mary Y.S.,
Varghese
H.T.,
Panicker
CY.,
Vibrational spectroscopic analysis [Armakovic
of cyanopyrazine-2-carboxamide |S.,
derivatives and investigation of Armakovic
their reactive properties by DFT S.J., Zitko J.,|Journal of
calculations and molecular Dolezal M., |Molecular
dynamics simulations Van Alsenoy [Structure 2017 0.060329
Sheena M.Y.,
Panicker
CY.,,
Armakovic
Studies on the synthesis, S.,
spectroscopic analysis, molecular |Armakovic
docking and DFT calculations on [S.J., Journal of
1-hydroxy-2-(4-hydroxyphenyl)- Pradhan K., [Molecular
4,5-dimethyl-imidazol 3-oxide Nanda A.K., |Structure 2017 0.005484
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Menon V.V.,
Vibrational spectroscopic Mary Y.S.,
investigations, molecular dynamic |Armakovic
simulations and molecular S,
docking studies of N'- Armakovic Journal of
diphenylmethylidene-5-methyl-1H-|S.J., Molecular
pyrazole-3-carbohydrazide Panicker C.Y.|Structure 2017 S 0.04936
Foto E., Mary
Y.S., Karatas
E., Panicker
C.Y., Yalcin
G.,
Vibrational spectroscopic analysis, |Armakovic
molecular dynamics simulations |S.,
and molecular docking study of 5- [Armakovic Journal of
nitro-2-phenoxymethyl S.J., Van Molecular
benzimidazole Alsenoy C., |Structure 2017 S 0.027422
Jalaja K.,
Mary Y.S.,
Panicker
Spectroscopic characterization of |C.Y.,
1-[3-(1H-imidazol-1-yl)propyl]-3- [Armakovic
phenylthiourea and assessment of |S.,
reactive and optoelectronic Armakovic
properties employing DFT S.J., Journal of
calculations and molecular Srivastava Molecular
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