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Investigations on the
Structural and Optical
Properties of
electrospun ZnO - poly
(styrene - co-methyl
methacrylate)
Nanofiber Composites

Vinitha Varkey,
Tomlal Jose E

2574089,
25740881

https://www.tandfonline.
com/doi/abs/10.1080/25
740881.2021.1971717

Green Light Emitting
Cadmium Sulfide
Nanoparticles with
Coral Surface
Morphology, Journal of
Cluster Science

Thomas Baby, Tomlal Jose
E

ISSN: 1040-7278

https://link.springer.com/
article/10.1007/s10876-
021-02171-9

Dependable Jince Thomas, Bejoy ISSN 0167-2738 https://www.sciencedirec
polysulfone based Francis, Sabu Thomas, t.com/science/article/abs
anion exchange Alex Schechter, Flavio /pii/S0167273821001843
membranes Grynszpan
incorporating
triazatriangulenium
cations
Polyvinylidene fluoride: Sreelakshmi Rajeevan, ISSN 0378-7753 https://www.sciencedirec
A multifunctional Sam John, Soney C. George, t.com/science/article/abs
polymer in /pii/S0378775321005632
supercapacitor
applications
The effect of poly Sreelakshmi Rajeevan, 2352-152X https://www.sciencedirec
(vinylidene fluoride) | Sam John, Soney C. George, t.com/science/article/abs
binder on the /pii/S2352152X21003935
electrochemical #:~:text=PVDF%20provid
performance of e%20a%20compact%?20ar
graphitic electrodes. rangement,stability%20an
d%20low%?20internal%2
Oresistance.
Adsorption of a thione J.S. Al-Otaibi, M. Shabeer, 16102940 https://www.tandfonline.

derivative on carbon,
AIN, and BN nanotubes:
a detailed DFT and MD
investigation, ]. Mol.
Model. 28

Y.S. Mary, Y.S. Mary, R.
Thomas

com/doi/abs/10.1080/07
391102.2019.1585951



https://www.tandfonline.com/doi/abs/10.1080/25740881.2021.1971717
https://www.tandfonline.com/doi/abs/10.1080/25740881.2021.1971717
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https://www.sciencedirect.com/science/article/abs/pii/S2352152X21003935#:~:text=PVDF%20provide%20a%20compact%20arrangement,stability%20and%20low%20internal%20resistance.
https://www.tandfonline.com/doi/abs/10.1080/07391102.2019.1585951
https://www.tandfonline.com/doi/abs/10.1080/07391102.2019.1585951
https://www.tandfonline.com/doi/abs/10.1080/07391102.2019.1585951

NIRF Rank 2022 :

Cluster formation
between an oxadiazole
derivative with metal
nanoclusters
(Ag/Au/Cu), graphene
quantum dot sheets,
SERS studies, and
solvent effects, Struct.
Chem.

J. S.Al-Otaibi, Y.S. Mary, Y.S.

Mary, R. Trivedi, B.
Chakrabory, R. Thomas

15729001

https://doi.org/10.1007/s
11224-022-02052-5.

, First-principle studies
of istradefylline with
emphasis on the
stability, reactivity,
interactions and
wavefunction-
dependent properties,
Polycycl. Aromat.
Compd. 42

N. Al-Zaqri, T.
Pooventhiran, A. Alsalme,
D.J. Rao, S.S. Rao, A.
Sankar, R. Thomas

1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2020.1857273

Group 13 monohalides
[AX (A = B, Al, Ga and
In; X = Halogens)] as

alternative ligands for

carbonyl in
organometallics:
Electronic structure
and bonding analysis,
Comput. Theor. Chem.
1209

F. Paularokiadoss, T.
Christopher Jeyakumar, R.
Thomas, A. Sekar, D.
Bhakiaraj

2210-271X.

https://www.sciencedirec
t.com/science/article/abs
/pii/S2210271X2100445X

Hydrogen bonds
between valsartan and
solvents ( water and
methanol ): Evidences
for solvation dynamics
using local energy
decomposition and
abinitio molecular
dynamics analysis, .
Mol. Lig. 354

T. Pooventhiran, R.
Thomas,

0167-7322.

https://www.sciencedirec
t.com/science/article/abs
/pii/S0167732222003944



https://doi.org/10.1007/s11224-022-02052-5.
https://doi.org/10.1007/s11224-022-02052-5.
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1857273
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1857273
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1857273
https://www.sciencedirect.com/science/article/abs/pii/S2210271X2100445X
https://www.sciencedirect.com/science/article/abs/pii/S2210271X2100445X
https://www.sciencedirect.com/science/article/abs/pii/S2210271X2100445X
https://www.sciencedirect.com/science/article/abs/pii/S0167732222003944
https://www.sciencedirect.com/science/article/abs/pii/S0167732222003944
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NIRF Rank 2022 :

Indolyl-4H-chromenes:

Multicomponent one-
pot green synthesis, in
vitro and in silico,
anticancer and
antioxidant studies, J.
Mol. Struct.

Prabhakaran, T.
Pooventhiran, T.C.
Jeyakumar, R. Thomas, P.
Makam

P. Anaikutti, M. Selvaraj, J.

ISSN 0022-2860.

https://www.sciencedirec
t.com/science/article/abs
/pii/S0022286022011206

Modeling the
conformational
preference, spectral
analysis and other
quantum mechanical
studies on three
bioactive
aminobenzoate
derivatives and their
SERS active graphene
complexes, Polycycl.
Aromat. Compd. 42

J.S. Al-Otaibi, A.H.
Almugrin, Y. Sheena Mary,
Y.S. Mary, R. Thomas,

1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2020.1827270

, Quantum mechanical
studies of 5-amino-2-
(6-(2-hydroxyethyl)-3-
oxononyl) cyclohex-2-
enone isolated from a
marine algae, Vietnam J.

S.R. Begum, D.J. Rao, K.V.R.
Rao, Y. Ramakrishna, N.
Elangovan, R. Thomas

25728288

https://onlinelibrary.wile
y.com/doi/full/10.1002 /v
jch.202100159

Chem. 60
Schiff base (Z)-4- S. Manivel, B. S ISSN 0167-7322. | https://www.sciencedirec
((furan-2- Gangadharappa, N. t.com/science/article/abs
ylmethylene)amino) | Elangovan, R. Thomas, 0.A. /pii/S0167732222000666
benzenesulfonamide: Abu Alj, D.I. Saleh,

Synthesis, solvent
interactions through
hydrogen bond,
structural and spectral
properties, quantum
chemical modeling and
biological studies, .
Mol. Lig. 350



https://www.sciencedirect.com/science/article/abs/pii/S0022286022011206
https://www.sciencedirect.com/science/article/abs/pii/S0022286022011206
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, Schiff Bases from a-
ionone with Adenine,
Cytosine, and l-leucine
Biomolecules:
Synthesis, Structural
Features, Electronic
Structure, and
Medicinal Activities, J.
Comput. Biophys.
Chem. 21

P. Surendar, T.
Pooventhiran, S. Rajam, A.
Irfan, R. Thomas

2737-4173

https://ui.adsabs.harvard.
edu/abs/2022]CBC...21...1

S/abstract

Solvation dynamics of
tetracyclic Irbesartan in
water and
dichloromethane:
Insights from local
energy decomposition
and ab initio molecular
dynamics simulations
library of the
heterocyclic rings, J.
Mol. Liq

E.S. Aazam, R. Thomas,

ISSN 0167-7322.

https://www.sciencedirec
t.com/science/article/abs
/pii/S016773222200246X

Spectroscopic,
Computational (DFT),
Quantum mechanical

studies and protein-
ligand interaction of
Schiff base 6, 6-((1, 2-
phenylenebis
(azaneylylidene)) bis
(methaneylylidene)) bis
(2-methoxyphenol)
from o-
phenylenediamine and
3-
methoxysalicylaldehyd
e, J. Indian Chem. Soc

T.S. Ganesan, N.
Elangovan, V. Vanmathi, S.
Sowrirajan, S.
Chandrasekar, K.R.S.
Murthy, R. Thomas,

194522

https://www.sciencedirec
t.com/science/article/abs
/pii/S0019452222003752



https://ui.adsabs.harvard.edu/abs/2022JCBC...21....1S/abstract
https://ui.adsabs.harvard.edu/abs/2022JCBC...21....1S/abstract
https://ui.adsabs.harvard.edu/abs/2022JCBC...21....1S/abstract
https://www.sciencedirect.com/science/article/abs/pii/S016773222200246X
https://www.sciencedirect.com/science/article/abs/pii/S016773222200246X
https://www.sciencedirect.com/science/article/abs/pii/S016773222200246X
https://www.sciencedirect.com/science/article/abs/pii/S0019452222003752
https://www.sciencedirect.com/science/article/abs/pii/S0019452222003752
https://www.sciencedirect.com/science/article/abs/pii/S0019452222003752

NIRF Rank 2022 :

Detailed Electronic
Structure, Physico-
Chemical Properties,
Excited State
Properties, Virtual
Bioactivity Screening
and SERS Analysis of
Three Guanine Based
Antiviral Drugs
Valacyclovir HCI
Hydrate, Acyclovir and
Ganciclovir

Al-Otaibi ].S., Mary Y.S.,
Thomas R., Kaya S.

ISSN 1563-5333

https://www.scopus.com/

inward /record.uri?eid=2-
s2.0-
85086843606&d0i=10.10
80%2f10406638.2020.17
73876&partnerID=40&md
5=aba2b9c¢9242243d8bbc
bca2b2809d0cf

Study of the structural
features and solvent
effects using ab initio
molecular dynamics
and energy
decomposition analysis
of Atogepant in water
and ammonia, J. Mol.

T. Pooventhiran, B.S.
Gangadharappa, O.A. Abu
Alij, R. Thomas, D.I. Saleh

ISSN 0167-7322.

https://www.sciencedirec
t.com/science/article/abs
/pii/S0167732222002094

Liq
Synthesis and biological | M.A. Bakht, F. Azam, A. Alj, ISSN 0022-2860. https://www.sciencedirec
studies of R. Thomas, T. t.com/science/article/abs
oxoquinolines: Pooventhiran, A. Ali, M.]. /pii/S0022286021016379
Experimental and Ahsan
theoretical
investigations, ]. Mol.
Struct.

Synthesis and
investigation of anti-
COVID19 ability of
ferrocene Schiff base
derivatives by quantum
chemical and molecular
docking, J. Mol. Struct.
1253

G. Abbas, A. Irfan, I.

Ahmed, F.K. Al-Zeidaneen,

S. Muthu, O. Fuhr, R.
Thomas

0022-2860

https: ubmed.ncbi.nlm.
nih.gov/34975177/



https://www.scopus.com/inward/record.uri?eid=2-s2.0-85086843606&doi=10.1080%2f10406638.2020.1773876&partnerID=40&md5=aba2b9c9242243d8bbcbca2b2809d0cf
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Synthesis of a versatile
Schiff base 4-((2-
hydroxy-3, 5-
diiodobenzylidene)
amino)
benzenesulfonamide
from 3, 5-
diiodosalicylaldehyde
and sulfanilamide,
structure, electronic
properties, biological
activity prediction and
experimental
antimicrobial propert, J.
Mol. Struct. 1250

N. Elangovan, B.
Gangadharappa, R.
Thomas, A. Irfan,

0022-2860

https:// WWV\;.sciencedirec
t.com/science/article/pii/
S0022286021018263

Synthesis of Schiff base
(E)-4- (( 2-hydroxy-3,
5- diiodobenzylidene )
amino ) -N-thiazole-2-yl
) benzenesulfonamide
with antimicrobial
potential , structural
features , experimental
biological screening
and quantum
mechanical studies, .
Mol. Struct. 1250

N. Elangovan, R. Thomas,
S. Sowrirajan

0022-2860

https://www.sciencedirec
t.com/science/article/abs
/pii/S0022286021018871

Synthesis,
characterization,
vibrational analysis and
computational studies

of a new Schiff base
from pentafluoro
benzaldehyde and

sulfanilamide, J. Mol.

0.A.A. Alj, N. Elangovan,
S.F. Mahmoud, M.S. El-
Gendey, H. Elbasheer, S.M.
El-Bahy, R. Thomas

Struct. 1265

0022-2860

https://www.sciencedirec
t.com/science/article/abs
/pii/S0022286022011012
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Synthesis, single

wavefunction and
molecular docking
studies of 4-
((thiophene-2-
ylmethylene) amino)
benzenesulfonamide
from sulfanilamide and
thiophene-2-
carbalaldehyde, J.
Indian Chem. Soc.

Karunanidhi, V.
Sankarapandian, R.
Thomas

A. Latha, N. Elangovan, K.P. 194522 https://www.sciencedirec
crystal (XRD), spectral Manoj, V. Maheswari, V. t.com/science/article/abs
characterization, Balachandran, K. /pii/S0019452222003764
computational (DFT), Balasubramani, S.
quantum chemical Sowrirajan, S.
modelling and Chandrasekar, R. Thomas
anticancer activity of di
(p-
bromobenzyl)(dibromo
)(1, 10-phenanthroline)
tin (IV) complex, J.
Indian Chem. Soc.
Synthesis, spectral R. Muthukumar, M. 0022-2860 https://doi.org/10.1016/].
analysis, antibacterial Karnan, N. Elangovan, M. jics.2022.1004.05.
activity, quantum Karunanidhi, R. Thomas
chemical studies and
supporting molecular
docking sof Schiff base
(E)-4-((4-
bromobenzylidene)
amino)benzenesulfona
mide, J. Indian Chem.
Soc. 99
Synthesis, spectral, R. Muthukumar, M. 0022-2860 https://www.sciencedirec
computational, Karnan, N. Elangovan, M.

t.com/science/article/abs
/pii/S0019452222003806

#!
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Synthesis, spectral,
structural features,
electronic properties,
biological activities,
computational, wave
function properties,
and molecular docking
studies of (E)-4-
(((pentafluorophenyl)
methylene) amino)-N-
(pyrimidin2-
yl)benzenesulfonamide,
J. Mol. Struct. 1265

S. Sowrirajan, N.

Elangovan, G. Ajithkumar,

A. Sirajunnisa, B.R.
Venkatraman, M.M.

Ibrahim, G.A.M. Mersal, R.

Thomas

0022-2860

https://doi.org/10.1016/i.
molstruc.2022.133472

Detailed quantum
mechanical studies on
three bioactive
benzimidazole
derivatives and their
Raman enhancement
on adsorption over
graphene sheets,
Polycycl. Aromat.
Compd. 42

Y.S. Mary, V.S. Kumar, Y.S.

Mary, R. KS, R. Thomas

ISSN 1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2020.1852267

Synthesis, structural
features, excited state
properties, flouresence
spectra, and quantum
chemical modeling of
(E)-2-hydroxy-5-(((4-
sulfamoylphenyl)

imino) methyl) benzoic

acid, J. Mol. Ligq.

0.A.A. Alj, N. Elangovan,
S.F. Mahmoud, S.M. El-
Bahy, Z.M. El-Bahy, R.

Thomas

ISSN 0167-7322.

https://www.sciencedirec
t.com/science/article/abs
/pii/S0167732222010959



file:///C:/Users/91954/Downloads/.%20https:/doi.org/10.1016/j.molstruc.2022.133472
file:///C:/Users/91954/Downloads/.%20https:/doi.org/10.1016/j.molstruc.2022.133472
file:///C:/Users/91954/Downloads/.%20https:/doi.org/10.1016/j.molstruc.2022.133472
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1852267
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1852267
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1852267
https://www.sciencedirect.com/science/article/abs/pii/S0167732222010959
https://www.sciencedirect.com/science/article/abs/pii/S0167732222010959
https://www.sciencedirect.com/science/article/abs/pii/S0167732222010959

21 St Berchmans College

AUTONOMOUS "I" College with Potential for Excellence | Reaccredited by NAAC with A Gr.

162 www.sbcollege.ac.in \\\

NIRF Rank 2022

{ | YEARS

Synthesis, structural,
DFT, quantum chemical
modeling and
molecular docking
studies of (E)-4-(((5-
methylfuran-2-
yl)methylene)amino)
benzenesulfonamide
from 5-methyl-2-
furaldehyde and
sulfanilamide, J. Indian
Chem. Soc. 99

J. Geethapriya, A.
Shanthidevi, M.
Arivazhagan, N.

Elangovan, R. Thomas

ISSN: 194522

https://www.sciencedirec
t.com/science/article/abs
/pii/S0019452222000802

, Synthesis, XRD,
Hirshfeld surface
analysis, DFT studies,
cytotoxicity and
anticancer activity of di
(m-
chlorobenzyl)(dichloro)
(4, 7-diphenyl-1, 10-
phenanthroline) tin
(IV) complex, ]J. Mol.
Struct. 1267

C. Bhaskar, N. Elangovan,
S. Sowrirajan, S.
Chandrasekar, 0.A.A. Alj,
S.F. Mahmoud, R. Thomas

0022-2860

https://www.sciencedirec
t.com/science/article/abs
/pii/S002228602201198X

Synthesis, XRD,
spectral, structural,
quantum mechanical
and anticancer studies
of di (p-
chlorobenzyl)(dibromo
)(1, 10-phenanthroline)
tin (IV) complex, J.
Indian Chem. Soc

A. Latha, N. Elangovan, K.P.

Manoj, M. Keerthi, K.
Balasubramani, S.
Sowrirajan, S.
Chandrasekar, R. Thomas

ISSN: 194522

https://www.sciencedirec
t.com/science/article/abs
/pii/S0019452222002023

Theoretical studies into
the spectral
characteristics,
biological activity, and
photovoltaic cell
efficiency of four new
polycyclic aromatic
chalcones, Polycycl.
Aromat. Compd. 42

J.S. Al-Otaibi, Y.S. Mary, R.
Thomas, B. Narayana,

ISSN 1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10

406638.2020.1747097



https://www.sciencedirect.com/science/article/abs/pii/S002228602201198X
https://www.sciencedirect.com/science/article/abs/pii/S002228602201198X
https://www.sciencedirect.com/science/article/abs/pii/S002228602201198X
https://www.sciencedirect.com/science/article/abs/pii/S0019452222002023
https://www.sciencedirect.com/science/article/abs/pii/S0019452222002023
https://www.sciencedirect.com/science/article/abs/pii/S0019452222002023
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1747097
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1747097
https://www.tandfonline.com/doi/abs/10.1080/10406638.2020.1747097

NIRF Rank 2022 :

Understanding the
solvation dynamics of
metformin in water
using theoretical tools,
J. Mol. Liq. 362

T. Pooventhiran, M.A.
Bakht, R. Thomas, others

ISSN 0167-7322.

https://www.sciencedirec
t.com/science/article/abs
/pii/S0167732222012168

Vibrational Spectral
Studies, Quantum
Mechanical Properties,
and Biological Activity
Prediction and
Inclusion Molecular
Self-Assembly
Formation of N-N{'}-
Dimethylethylene Urea,
Biointerface Res. Appl.
Chem.

S.P. Yeddu, P. Thangaiyan,
A. Veeraiah, D. Vijay, K.E.
Srikanth, A. Irfan, R.
Thomas

ISSN 0167-7322.

https://biointerfaceresear

ch.com/wp-
content/uploads/2021/08

/20695837123.39964017.

pdf

Electronic Structure,
Solvation Effects and
Wave Function Based
Properties of a New
Triazole Based
Symmetric Chromene
Derivative of Apigenin,
Polycycl. Aromat.
Compd

J.S. Al-Otaibi, Y. Sheena
Mary, Y. Shyma Mary, R.
Thomas

ISSN 1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2022.2055583

Evidence of cluster
formation of croconic
acid with Ag, Au and Cu
cages, enhancement of
electronic properties
and Raman activity,
Spectrochim. Acta Part
A Mol. Biomol.
Spectrosc. 264

J.S. Al-Otaibi, Y.S. Mary, Y.S.

Mary, R. Thomas

ISSN: 13861425

https://www.sciencedirec
t.com/science/article/abs
/pii/S1386142521008106



https://www.sciencedirect.com/science/article/abs/pii/S0167732222012168
https://www.sciencedirect.com/science/article/abs/pii/S0167732222012168
https://www.sciencedirect.com/science/article/abs/pii/S0167732222012168
https://biointerfaceresearch.com/wp-content/uploads/2021/08/20695837123.39964017.pdf
https://biointerfaceresearch.com/wp-content/uploads/2021/08/20695837123.39964017.pdf
https://biointerfaceresearch.com/wp-content/uploads/2021/08/20695837123.39964017.pdf
https://biointerfaceresearch.com/wp-content/uploads/2021/08/20695837123.39964017.pdf
https://biointerfaceresearch.com/wp-content/uploads/2021/08/20695837123.39964017.pdf
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2055583
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2055583
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2055583
https://www.sciencedirect.com/science/article/abs/pii/S1386142521008106
https://www.sciencedirect.com/science/article/abs/pii/S1386142521008106
https://www.sciencedirect.com/science/article/abs/pii/S1386142521008106
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Evidence of cluster
formation of pyrrole
with mixed silver metal
clusters, Agx-My (x =
4,5, y=2/1and M =
Au/Ni/Cu) using
DFT/SERS analysis,
Comput. Theor. Chem.
1208

J.S. Al-Otaibi, Y.S. Mary, Y.S.

Mary, R. Thomas

ISSN 2210-271X.

https://doi.org/10.1016/].
comptc.2021.113569.

Evidence of significant
non-covalent
interactions in the
solution of
Levetiracetam in water
and methanol, J. Mol.
Lig. 359

R. Thomas, T.
Pooventhiran, S.M. El-
Bahy, [.H. El Azab, G. A. M.

Mersal, M.M. Ibrahim, Z.M.

El-Bahy,

ISSN 0167-7322.

https://doi.org/https://do
i.org/10.1016/j.molliq.202
2.119289.

Evidences for sulfur
centered hydrogen
bond with sulfur atoms
as a donor in aromatic
thiols and aliphatic
thiols in aqueous
solution, ]. Mol. Liq. 348

A. Paul, R. Thomas,

ISSN 0167-7322.

https://doi.org/10.1016/].
mollig.2021.118078.

Exploring the charge
injection aptitude in
pyrazol and oxazole
derivatives by the first-
principles approach,
Zeitschrift Fiir Phys.
Chemie. 236

A. Irfan, M. Imran, R.
Thomas, M.A.R. Basra, S.
Ullah, A.G. Al-Sehemi, M.A.
Assiri

ISSN 1563-5333

https://www.researchgat

e.net/publication/353894

282 Exploring the charge

injection aptitude in pyr

azol and oxazole derivati
ves by the first-

principles approach

An exploration of the
optoelectronic nature
of 4,4-difluoro-8-
(C4H3X)-4-bora-3a,4a-

diaza-s-indacene (X =0,

S, Se) (BODIPY)
systems, ]. Comput.
Electron.

R. Thomas, A. Irfan, M.
Imran, R. Thomas, M.W.
Mumtaz, M.A.R. Basra, S.
Ullah, M.A. Assiri, A.G. Al-

Sehemi

ISSN:1569-8025

https://doi.org/10.1007/S
10825-020-01597-0.



https://doi.org/10.1016/j.comptc.2021.113569.
https://doi.org/10.1016/j.comptc.2021.113569.
https://doi.org/10.1016/j.molliq.2021.118078.
https://doi.org/10.1016/j.molliq.2021.118078.
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://www.researchgate.net/publication/353894282_Exploring_the_charge_injection_aptitude_in_pyrazol_and_oxazole_derivatives_by_the_first-principles_approach
https://doi.org/10.1007/S10825-020-01597-0.
https://doi.org/10.1007/S10825-020-01597-0.

NIRF Rank 2022 :

Corrosion Inhibition of
N80 Steel by Newly
Synthesized
Imidazoline Based Ionic
Liquid in 15\% HCI
Medium: Experimental
and Theoretical
Investigations, Int. J.
Electrochem. Sci. 16

L. Guo, M. Zhu, J. Chang, R.

Thomas, R. Zhang, P
Wang, X. Zheng, Y. Lin, R.
Marzouki

ISSN 1452-3981

http://www.electrochems
ci.org/papers/voll16/2111

39.pdf

Design, synthesis,
anticancer activity and
molecular docking
analysis of novel
dinitrophenylpyrazole
bearing 1, 2, 3-triazoles,
J. Mol. Struct.

K. Suryanarayana, A.R.
Robert, N. Kerru, T.
Pooventhiran, R. Thomas,
S. Maddila, S.B.
Jonnalagadda

0022-2860

https://www.sciencedirec
t.com/science/article/abs
/pii/S0022286021009984

Detailed Structural
Examination, Quantum
Mechanical Studies of
the Aromatic
Compound Solarimfetol
and Formation of
Inclusion Compound
with Cucurbituril,
Polycycl. Aromat.

T. Pooventhiran, M.
Cheriet, U. Bhattacharyya,
A. Irfan, R. Puchta, S.
Sowrirajan, R. Thomas

ISSN 1563-5333

https://doi.org/10.1080/
10406638.2021.1937238

Compd.
Detailed Study of Three | Y.S. Mary, R. Thomas, B. ISSN 1563-5333 https://doi.org/10.1080/
Halogenated Narayana 10406638.2021.1988997.
Benzylpyrazole

Acetamide Compounds
with Potential
Anticancer Properties,
Polycycl. Aromat.
Compd.



http://www.electrochemsci.org/papers/vol16/211139.pdf
http://www.electrochemsci.org/papers/vol16/211139.pdf
http://www.electrochemsci.org/papers/vol16/211139.pdf
https://www.sciencedirect.com/science/article/abs/pii/S0022286021009984
https://www.sciencedirect.com/science/article/abs/pii/S0022286021009984
https://www.sciencedirect.com/science/article/abs/pii/S0022286021009984
https://doi.org/10.1080/10406638.2021.1937238
https://doi.org/10.1080/10406638.2021.1937238
https://doi.org/10.1080/10406638.2021.1988997.
https://doi.org/10.1080/10406638.2021.1988997.
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Energy and Reactivity
Profile and Proton
Affinity Analysis of

Rimegepant with
Special Reference to its
Potential Activity
against SARS-Cov-2
Virus Proteins using
Molecular Dynamics, J.
Mol. Model. 27

T. Pooventhiran, E.F.
Marondedze, P.P.
Govender, U.
Bhattacharyya, D.]. Rao,
E.S. Aazam, ].M.
Kuthanapillil, R. Thomas

16102940

https://link.springer.com/

article/10.1007/s00894-
021-04885-z

Excited-state electronic
properties, structural
studies, noncovalent

interactions, and
inhibition of the novel
severe acute
respiratory syndrome
coronavirus 2 proteins

F.A. Alharthi, N. Al-Zagqri,

A. Alsalme, A. Al-Taleb, T.

Pooventhiran, R. Thomas,
D.]J. Rao,

ISSN 0167-7322.

https://www.researchgat
e.net/publication/348065
894 Excited-
state electronic propertie
s structural studies nonco
valent interactions and in
hibition of the novel seve
re acute respiratory synd

in Ripretinib by first- rome coronavirus 2 prote

principle simulations, J. ins in Ripretinib by first-
Mol. Liq. 324 principle si

Exploring the effect of A. Irfan, M. Imran, R. 17415993 https://www.tandfonline.

oligothiophene and
acene cores on the
optoelectronic
properties and
enhancing p-and n-type
ability of
semiconductor
materials, ]. Sulfur
Chem. 42

Thomas, M.A.R. Basra, S.

Ullah, A.G. Al-Sehemi, M.A.

Assiri

com/doi/abs/10.1080/17
415993.2020.1830401

Investigating the Bulk
Level Optoelectronic
Characteristics of 10-
(1,3-Dithiol-2-
Ylidene)Anthracene
Based Light Harvesters,
Polycycl. Aromat.
Compd.

A. Irfan, M. Imran, R.
Thomas, M.W. Mumtaz,

A.T. Shah, M.A. Qayyum, M.

Hussien, S. Ullah, M.A.
Assiri, A.G. Al-Sehemi,

ISSN 1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2021.1988995



https://link.springer.com/article/10.1007/s00894-021-04885-z
https://link.springer.com/article/10.1007/s00894-021-04885-z
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https://www.researchgate.net/publication/348065894_Excited-state_electronic_properties_structural_studies_noncovalent_interactions_and_inhibition_of_the_novel_severe_acute_respiratory_syndrome_coronavirus_2_proteins_in_Ripretinib_by_first-principle_si
https://www.researchgate.net/publication/348065894_Excited-state_electronic_properties_structural_studies_noncovalent_interactions_and_inhibition_of_the_novel_severe_acute_respiratory_syndrome_coronavirus_2_proteins_in_Ripretinib_by_first-principle_si
https://www.tandfonline.com/doi/abs/10.1080/17415993.2020.1830401
https://www.tandfonline.com/doi/abs/10.1080/17415993.2020.1830401
https://www.tandfonline.com/doi/abs/10.1080/17415993.2020.1830401
https://www.tandfonline.com/doi/abs/10.1080/10406638.2021.1988995
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NIRF Rank 2022 :

Markovnikov versus
anti-Markovnikov
addition and C-H
activation: Pd-Cu

synergistic catalysis,

Appl. Organomet. Chem.

35

Z. Ullah, R. Thomas

ISSN 1563-5333

https://sbcollege.ac.in /fac

ulty/1259

Phenolic and flavonoid
contents in Malva
sylvestris and
exploration of active
drugs as antioxidant
and anti-COVID19 by
quantum chemical and
molecular docking
studies, ]. Saudi Chem.
Soc.

A. Irfan, M. Imran, M.

Khalid, M.S. Ullah, N.

Khalid, M.A. Assiri, R.
Thomas, S. Muthu, M.A.R.
Basra, M. Hussein, others

1319-6103

https://www.sciencedirec
t.com/science/article/pii/
S131961032100082X

Quantum Mechanical
Studies of Three
Aromatic Halogen-
Substituted Bioactive
Sulfonamidobenzoxazol
e Compounds with
Potential Light
Harvesting Properties,
Polycycl. Aromat.
Compd. 41

Y. Sheena Mary, T. Ertan-
Bolelli, R. Thomas, A.R.
Krishnan, K. Bolellj, E.N.
Kasap, T. Onko], I. Yildiz

ISSN 1563-5333

https://www.tandfonline.
com/doi/abs/10.1080/10
406638.2019.1689405

Quasi liquid Schiff
bases from trans -2-
hexenal and cytosine

and | -leucine with

potential antieczematic
and antiarthritic
activities : Synthesis,
structure and quantum
mechanical studies, J.
Mol. Lig. 334

P. Surendar, T.
Pooventhiran, S. Rajam, U.

Bhattacharyya, A. Bakht, R.

Thomas,

ISSN 0167-7322.

https://doi.org/10.1016/j.
mollig.2021.116448



https://sbcollege.ac.in/faculty/1259/
https://sbcollege.ac.in/faculty/1259/
https://www.sciencedirect.com/science/article/pii/S131961032100082X
https://www.sciencedirect.com/science/article/pii/S131961032100082X
https://www.sciencedirect.com/science/article/pii/S131961032100082X
https://www.tandfonline.com/doi/abs/10.1080/10406638.2019.1689405
https://www.tandfonline.com/doi/abs/10.1080/10406638.2019.1689405
https://www.tandfonline.com/doi/abs/10.1080/10406638.2019.1689405
https://doi.org/10.1016/j.molliq.2021.116448
https://doi.org/10.1016/j.molliq.2021.116448

NIRF Rank 2022 :

( | YEARS

Spectroscopic and
Theoretical Studies of
Potential Anti-
Inflammatory
Polycyclic Aromatic
Fluorophenyl
Substituted Acyclic and
Heterocyclic Analogues
Synthesized from 4,4'-
Difluorophenylchalcone
, Polycycl. Aromat.
Compd. 41

Y. Sheena Mary, Y. Shyma
Mary, R. Thomas, K.S.
Resmi, B. Narayana, S.

Samshuddin, B.K. Sarojini,

ISSN 1563-5333

https://doi.org/10.1080/
10406638.2019.1699836

Structural aspects,
reactivity analysis,
wavefunction based
properties, cluster
formation with helicene
and subsequent
detection from surface
enhancement in Raman
spectra of
triclabendazole studies
using first principle
simulations, Vietnam J.

T. Pooventhiran, R.

Thomas, U. Bhattacharyya,

S. Sowrirajan, A. Irfan, D.J.
Rao

887-901

https://doi.org/10.1002 /v
jch.202100067

Chem. 59
Structural aspects, T. Pooventhiran, N. Al- ISSN 1563-5333 https://www.tandfonline.
conformational Zaqri, A. Alsalme, U. com/doi/abs/10.1080/10

preference and other
physico-chemical
properties of
Artesunate and the
formation of self-
assembly with
graphene quantum
dots: A first principle
analysis and surface
enhancement of Raman
activity investigation, J.
Mol. Lig. 325

Bhattacharyya, R. Thomas,

406638.2022.2150657?sr
c=&journalCode=gpol20



https://doi.org/10.1080/10406638.2019.1699836
https://doi.org/10.1080/10406638.2019.1699836
https://doi.org/10.1002/vjch.202100067
https://doi.org/10.1002/vjch.202100067
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2150657?src=&journalCode=gpol20
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2150657?src=&journalCode=gpol20
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2150657?src=&journalCode=gpol20
https://www.tandfonline.com/doi/abs/10.1080/10406638.2022.2150657?src=&journalCode=gpol20
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Structural study of
letrozole and
metronidazole and
formation of self-
assembly with
graphene and fullerene
with the enhancement
of physical, chemical
and biological activities,
J. Biomol. Struct. Dyn.
39

A.H. Almugrin, J.S. Al-
Otaibi, Y.S. Mary, Y.S. Mary,
R. Thomas

7391102

https://www.tandfonline.
com/doi/abs/10.1080/07
391102.2020.1790420

Spectral Features,
Bioactivity and Light
Harvesting Properties
of Methyl and Dimethyl
Anthracene:
Experimental and First
Principle Studies,
Polycycl. Aromat.
Compd. 41

D.J. Rao, Y.S. Mary, Y.S.
Mary, K.S. Resmi, R.
Thomas, Structure,

7391102

https://doi.org/10.1080/
10406638.2019.1709083

Synthesis of three quasi
liquid Schiff bases
between hexanal and
adenine, cytosine, and I-
leucine, structural
interpretation,
quantum mechanical
studies and biological
activity prediction, J.
Mol. Lig.

P. Surendar, T.
Pooventhiran, N. Al-Zaqri,
S. Rajam, D. Jagadeeswara

Rao, R. Thomas

ISSN 0167-7322.

https://doi.org/https://do
i.org/10.1016/j.mollig.202

1.117305



https://www.tandfonline.com/doi/abs/10.1080/07391102.2020.1790420
https://www.tandfonline.com/doi/abs/10.1080/07391102.2020.1790420
https://www.tandfonline.com/doi/abs/10.1080/07391102.2020.1790420
https://doi.org/10.1080/10406638.2019.1709083
https://doi.org/10.1080/10406638.2019.1709083
https://doi.org/https:/doi.org/10.1016/j.molliq.2021.117305
https://doi.org/https:/doi.org/10.1016/j.molliq.2021.117305
https://doi.org/https:/doi.org/10.1016/j.molliq.2021.117305
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https://www.sciencedirec

quantum mechanical
studies and molecular
docking studies of
Schiff base (E) 2-
hydroxy-5-(((4-(N-
pyrimidin-2-yl)
sulfamoyl) phenyl)
imino) methyl benzoic
acid from 5-formyl
salicylic acid and
sulfadiazine, J. Indian

Synthesis, spectral and | N.

Elangovan, R. Thomas,
S. Sowrirajan, A. Irfan,

ISSN 0167-7322.

t.com/science/article/abs
/pii/S0019452221001448

Electronic Structure
and Biological Activity
Screening of the Schiff
Base 4-((4-Hydroxy-3-
Methoxy-5-
Nitrobenzylidene)Amin
0)-N-(Pyrimidin-2-
yl)Benzene
Sulfonamide from 5-
Nitrovaniline and
Sulphadiazene,
Polycycl. Aromat.

A. Irfan

Chem. Soc.
Synthesis, Spectral N. Elangovan, R. Thomas, ISSN 1563-5333 https://doi.org/10.1080/
Characterization, S. Sowrirajan, K.P. Manoj, 10406638.2021.1991392

Compd.

The proton sponge 1,8-
bis(dimethylamino)nap
hthalene : The quicker-
picker-upper also for s-
block metal cations?,
Chem. Phys. Lett.

U. Bhattacharyya, R.
Thomas, R. Puchta

0009-2614

https://doi.org/https://do
i.org/10.1016/j.cplett.202
1.138735

https://www.tandfonline.

Theoretical studies on
the structure and
various physico-

chemical and biological

properties of a
terphenyl derivative
with immense anti-
protozoan activity,

Y.S. Mary, Y.S. Mary, R.
Thomas, B. Narayana, S.
Samshuddin, B.K. Sarojini,
S. Armakovi¢, S.J.
Armakovi¢, G.G. Pillai,

ISSN 1563-5333

com/doi/abs/10.1080/10
406638.2019.1624974



https://www.sciencedirect.com/science/article/abs/pii/S0019452221001448
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Polycycl. Aromat.
Compd. 41

Unprecedented
biological evaluation of
Zn (II) complexes
supported by “Self-
adjustable” acyclic

S.K. Loke, E. Pagadala, V.
Srinivasadesikan, R.J.R.S.
Thanapaul, T.
Pooventhiran, R. Thomas,
G. Naganjaneyulu, R.K.

ISSN: 13877003

https://www.sciencedirec
t.com/science/article/abs
/pii/S1387700321004913

diiminodipyrromethan Kottalanka
e Schiff’s bases: DFT,
molecular docking;
biological activity
studies, Inorg. Chem.
Commun. 133
CSR Initiatives: Dr Tom Antony 2347-3150 https://indiacsr.in/corpor
Knowing the ate-social-responsibility-
interventions that csr-in-india/
matter
Revisiting CSR in the Dr Tom Antony ISSN 0974-8946 https://www.researchgat
covid 19 backdrop an e.net/publication/352251
Alternative Model for 836 Reimagining Corpora
social transformation te Social Responsibility in
the Era of COVID-
19 Embedding Resilience
and Promoting Corporate
Social Competence
CSR Practices Dr Tom Antony ISSN: 0030-5324 https://www.businessne
Employed By Corporate wsdaily.com/4679-
- An Analysis corporate-social-
responsibility.html
CSR a vehicle for Dr Tom Antony ISSN 0974-0066 | https://link.springer.com/

resolution of social
issues and Business
growth

article/10.1057 /palgrave.
gpp.2510037
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https://www.researchgate.net/publication/352251836_Reimagining_Corporate_Social_Responsibility_in_the_Era_of_COVID-19_Embedding_Resilience_and_Promoting_Corporate_Social_Competence
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Antennal lobe MARTIN ] BABU and RAJA ISSN 0973-7138 https://link.springer.com/
organisation in ant, SHEKHAR K PATIL (Online) article/10.1007/s12038-
Oecophylla smaragdina 021-00233-8
A Golgi study
A REVIEW ON ANN MARY JACOB and ISSN: 0256-971X | https://www.ncbi.nlm.nih.
POTENTIAL EFFECTS JOSE D. KAIPPALLIL (Print) gov/pmc/articles/PMC27
OF ENDOCRINE 26844/
DISRUPTORS ON
VARIOUS ORGANISMS
HISTOPATHOLOGICAL ANN MARY JACOB and ISSN 0972-0030 | https://connectjournals.co
CHANGES IN THE JOSE D. KAIPPALLIL m/toc.php?aid=Ann%20M
LIVER AND INTESTINE ary%20Jacob%20and%20
OF FRESHWATER Jose%20D%20Kaippallil&

TELEOST, CHANNA
STRIATUS (BLOCH) ON
EXPOSURE TO
ENDOCRINE
DISRUPTOR
CHEMICAL, TRICLOSAN

&bookmark=C]-
033215&&volume=24&&i
ssue id=02&&month=]July

&vear=2021

Advanced green Nair G.M,, Sajini T,, 26668319 https://www.scopus.com/
approaches for metal Mathew B. inward/record.uri?eid=2-
and metal oxide s2.0-
nanoparticles synthesis 85121977669&d0i=10.10
and their 16%2fj.talo.2021.100080
environmental &partnerID=40&md5=559
applications 65d9e0835db6e094c698e
d531f10f
Synthesis and Abbas G., Irfan A., Ahmed 222860 https://www.scopus.com/

investigation of anti-
COVID19 ability of
ferrocene Schiff base
derivatives by quantum
chemical and molecular
docking

I., Al-Zeidaneen F.K,,
Muthu S., Fuhr O., Thomas
R.

inward/record.uri?eid=2-
s2.0-
85123233353&d0i=10.10
16%?2fj.molstruc.2021.132
242&partnerID=40&md5=
453a83392a0ad57281ab4
82ca0b89844
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Schiff base (Z)-4- Manivel S., S 1677322 https://www.scopus.com/
((furan-2- Gangadharappa B,, inward/record.uri?eid=2-
ylmethylene)amino) Elangovan N., Thomas R,, s2.0-
benzenesulfonamide: Abu Ali 0.A,, Saleh D.I. 85123031963&d0i=10.10
Synthesis, solvent 16%2fj.molliq.2022.11853
interactions through 1&partnerID=40&md5=c4
hydrogen bond, 826ecaf3071035229cad1
structural and spectral d5f572c5f
properties, quantum
chemical modeling and
biological studies
Group 13 monohalides Paularokiadoss F., 2210271X https://www.scopus.com/
[AX (A=B, Al, Gaand | Christopher Jeyakumar T., inward/record.uri?eid=2-
In; X = Halogens)] as Thomas R,, Sekar A,, s2.0-
alternative ligands for Bhakiaraj D. 85123251616&d0i=10.10
carbonyl in 16%2fj.comptc.2021.1135
organometallics: 87&partnerID=40&md5=7
Electronic structure ec9814f12e34ee63bela92
and bonding analysis 2330325e6
Evidences for sulfur Paul A, Thomas R. 1677322 https://www.scopus.com/
centered hydrogen inward/record.uri?eid=2-
bond with sulfur atoms s2.0-
as a donor in aromatic 85119422493&d0i=10.10
thiols and aliphatic 16%2fj.molliq.2021.11807
thiols in aqueous 8&partner|D=40&md5=82
solution 307d1c6a33d88d8bdea70
749a71a65
Synthesis of Schiff base | Elangovan N., Thomas R,, 222860 https://www.scopus.com/

(E)-4-((2-hydroxy-3,5-
diiodobenzylidene)ami
no)-N-thiazole-2-
yl)benzenesulfonamide
with antimicrobial
potential, structural
features, experimental
biological screening
and quantum
mechanical studies

Sowrirajan S.

inward/record.uri?eid=2-
s2.0-
85118334764&d0i=10.10
16%2fj.molstruc.2021.131
762&partnerID=40&md5=
78ad2c6002de8e1b3bc06
0300ada4d3b
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Adsorption of the drug Bhattacharyya U., 13861425 https://www.scopus.com/
bempedoic acid over Pooventhiran T., Thomas inward/record.uri?eid=2-
different 2D/3D R. s2.0-
nanosurfaces and 85102042203&d0i=10.10
enhancement of Raman 16%2fj.saa.2021.119630&
activity enabling partnerID=40&md5=0f5ee
ultrasensitive eabc7dccec7dda66785c08
detection: First 58104
principle analysis
Gas sensing George J., Abraham K.E. 9214526 https://www.scopus.com/
characteristics of inward/record.uri?eid=2-
magnesium ferrite and s2.0-
its doped variants 85102121749&d0i=10.10
16%2fj.physb.2021.41295
8&partnerID=40&md5=ad
bf9e0edc84c9c7235931cf
7629a43d
Studies on the Philip P., Jose T., Jose A., 15227235 https://www.scopus.com/
structural and optical Cherian S.K. inward/record.uri?eid=2-
properties of samarium s2.0-
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incorporated 02%2fbio.4029&partnerl
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poly(methylmethacryla la5ee0abc458a4b9d40e8
te) nanofibres with
different architectures
A facile approach for Baby T., Jose T.E,, 1700839 https://www.scopus.com/
the preparation of Aravindkumar C.T., inward/record.uri?eid=2-
polycarbonate Thomas J.R. s2.0-
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filtration capability 07%2£s00289-020-03266-
5&partnerID=40&md5=6c¢
aec72f263860fcf7de5147
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Enhancement in Muthulingam S., Greeshma 22147853 https://www.scopus.com/

photostability of
betalain dye from
basella Alba fruits using
zinc oxide
nanoparticles

K.P., Poornima K,,
Tamizselvi R., John S,,
Uthirakumar A.P.

inward/record.uri?eid=2-
s2.0-
85123438776&d0i=10.10
16%2fj.matpr.2021.08.15
5&partnerID=40&md5=2d

a8dfcbhf41d795aa64db5d8
8410917
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Anthracene based photo- Menon S., Krishnan A., Roy S. 10106030 https://www.scopus.com/inw
tunable polymers with ard/record.uri?eid=2-s2.0-
excimer emission 85094955811&d0i=10.1016%
2fj.jphotochem.2020.112990&
partnerID=40&md5=49dc3c2e
7bac733c4c7980c57c71ddb8
An exploration of the Irfan A., Imran M., Thomas R., 15698025 https://www.scopus.com/inw
optoelectronic nature of Mumtaz M.W., Basra M.A.R., ard/record.uri?eid=2-s2.0-
4,4-difluoro-8-(C4H3 X)-4- | Ullah S., Assiri M.A., Al-Sehemi 85092597359&d0i=10.1007%
bora-3a,4a-diaza-s- A.G. 2fs10825-020-01597-
indacene (X=0, S, Se) 0&partnerlD=40&md5=2f6085
(BODIPY) systems 40093af44c07e756d18ce36fac
Structurally modified Philip P., Jose T., 218995 https://www.scopus.com/inw
poly(methyl methacrylate) Parameswaran M., Thankaraj ard/record.uri?eid=2-s2.0-
electrospun nanofibers as S. 85096791166&d0i=10.1002%
better host matrix for 2fapp.50210&partnerID=40&
noble metal nanoparticles md5=95b296513a6bf44c8943
1612bd19f690
Physiochemical Joseph Job http://dx.doi.org/10.1
responses in 007/s11738-021-
coconut leaves 03213-5
infected by spiraling
whitefly and the
associated sooty
mold formation
Enhancement in carbon John N., Abraham K.E. 9254005 https://www.scopus.com/inw
monoxide sensing ard/record.uri?eid=2-s2.0-
performance by reduced 85089822353&d0i=10.1016%
graphene 2fj.snb.2020.128749&partnerl
oxide/trimanganese D=40&md5=eb6b5d474799f9
tetraoxide system 67del1006ea5b8e751c
A facile approach Tomlal Jose E 0170-0839 https:/ /link.springer.c
for the preparation (print); 1436- om/article/10.1007/s
of polycarbonate 2449 (web) 00289-020-03266-5

nanofiber mat with
filtration capability
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An exploration of the
optoelectronic
nature of 4,4-

difluoro-8-(C4H3X)-

4-bora-3a,4a-diaza-

s-indacene (X=0, S,
Se) (BODIPY)

systems

A. Irfan, M. Imran,
Renjith Thomas, M.W.
Mumtaz, M.A.R. Basra,

S. Ullah, M.A. Assiri,
A.G. Al-Sehemi

1569-8025

https://doi.org/10.100

7/s10825-020-01597-
0

Modeling the
conformational
preference,
spectroscopic
properties, UV light
harvesting efficiency,
biological receptor
inhibitory ability and
other physico-
chemical properties
of five imidazole
derivatives using
quantum
mechanical and
molecular
mechanicst

J.S. Al-Otaibi, A.H.
Almugrin, Y.S. Mary,
Renjith Thomas

0167-7322

https:/ /doi.org/https:/

/doi.org/10.1016/ij.mo
11ig.2020.112871

Spectroscopic, quantum
mechanical studies, ligand
protein interactions and
photovoltaic efficiency
modeling of some bioactive
benzothiazolinone
acetamide analogs

Mary Y.S., Yalcin G., Mary Y.S.,

Resmi K.S., Thomas R., Onkol
T., Kasap E.N., Yildiz I.

3666352

https://www.scopus.com/inw
ard/record.uri?eid=2-s2.0-
85077553508&d0i=10.1007%
2fs11696-019-01047-
7&partnerID=40&md5=9d7b1
4b0a77ecf534de77b9bf321d1
8e

Spectral
characterization,
thermochemical
studies, periodic

SAPT calculations
and detailed
quantum
mechanical profiling
various physico-
chemical properties

K. Haruna, V.S.
Kumar, S.J.
Armakovic, S.
Armakovic, Y.S. Mary,
Renjith Thomas, S.A.
Popoola, A.R.
Almohammedi, M.S.
Roxy, A.A. Al-Saadi

1386-1425

https://doi.org/10.101
6/i.saa.2019.117580
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https://doi.org/10.1007/s10825-020-01597-0
https://doi.org/10.1007/s10825-020-01597-0
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of 3, 4-
dichlorodiuron

Spectroscopic and
TDDFT investigation
of highly selective
fluoride sensors by
substituted acyl
hydrazones

A.M. John, J. Jose,
Renjith Thomas, K.J.
Thomas, S.P.
Balakrishnan

1386-1425

https:/ /www.sciencedi

rect.com/science/articl

e/abs/pii/S138614252
0303073?via%3Dihub

Detailed molecular
structure (XRD),
conformational
search,
spectroscopic
characterization (IR,
Raman, UV,
fluorescence),
quantum
mechanical
properties and
bioactivity prediction
of a pyrrole analogue

K.E. Srikanth, A.
Veeraiah, T.
Pooventhiran, Renjith
Thomas, K.A. Solomon,
C.J.S. Raju, J.N.L.
Latha

24058440

https://doi.org/10.101
6/i.helivon.2020.e0410
6

Mechanistic insights
can resolve the low
reactivity and
selectivity issues in
intermolecular
Rauhut Currier (RC)
reaction of y-
hydroxyenone

Z.Ullah, Renjith
Thomas

1144-0546
(print); 1369-
9261 (web)

https://doi.org/10.103
9/DONJ02732D.



https://doi.org/10.1016/j.heliyon.2020.e04106
https://doi.org/10.1016/j.heliyon.2020.e04106
https://doi.org/10.1016/j.heliyon.2020.e04106
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Structural and physico- Al-Zagri N., Pooventhiran T., 1677322 https://www.scopus.com/inw
chemical evaluation of Alsalme A., Warad I., John ard/record.uri?eid=2-s2.0-
melatonin and its solution- A.M., Thomas R. 85089891937&d0i=10.1016%
state excited properties, 2fj.mollig.2020.114082&partn

with emphasis on its erlD=40&md5=2be56df45cbh8f
binding with novel 261641bd4295el1c7bcO
coronavirus proteins
Cocrystals of Al-Otaibi J.S., AlImugrin A.H., 16102940 https://www.scopus.com/inw
hydrochlorothiazide with Mary Y.S., Mary Y.S., Thomas ard/record.uri?eid=2-s2.0-
picolinamide, R. 85090246556&d0i=10.1007%
tetramethylpyrazine and 2fs00894-020-04528-
piperazine: quantum 9&partnerID=40&md5=f67516
mechanical studies, 755belef7bbfb0f8714f467d79
docking and modelling of
the photovoltaic efficiency
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CuFe204, MgFe204 and 85033384636&d0i=10.1016%
ZnFe204 nanoparticles 2fi.immm.2017.10.124&partn
prepared by erlD=40&md5=e651c826e275
hydrothermal/solvotherma €833d23c5b3917d6bd62
| method
Influence of fiber content George G., Joseph K., Saritha 2728397 https://www.scopus.com/inw
and chemical modifications A., Nagarajan E.R. ard/record.uri?eid=2-s2.0-
on the transport properties 85012960673&d0i=10.1002%
of PP/jute commingled 2fpc.24306&partnerlD=40&m
biocomposites d5=4424f40909c0d081321cbd
28b9c391e9
Computational modeling | Sajini T., Krishnan A., Mathew ISBN: 978- https://www.scopus.com/inw

and theoretical strategies
for the design of chiral
recognition sites using
molecular imprinting
technology

B.

879360967-9;978-
879360968-6

ard/record.uri?eid=2-s2.0-
85071672857&partner|D=40&
md5=494d80f9f686b2cacc50d
90264594789

Polymeric membranes: Jose A.J., Kappen J., Alagar M. ISBN:978-0-08- https://www.scopus.com/inw
Classification, preparation, 102194-1 ard/record.uri?eid=2-s2.0-
structure physiochemical, 85053955423&d0i=10.1016%
and transport mechanisms 2fB978-0-08-102194-1.00002-

5&partnerID=40&md5=e5e80
5c¢400c30ab95501197b4e9162
56
Biomimetic recognition Mathew D., Thomas B., 13815148 https://www.scopus.com/inw

and peptidase activities of
transition state analogue
imprinted chymotrypsin
mimics

Devaky K.S.
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85041425388&d0i=10.1016%
2fj.reactfunctpolym.2018.01.0
05&partnerID=40&md5=a45e
44725f84a0d1e95a89b4ebeac
4ab

Polymer membranes
reinforced with carbon-
based nanomaterials for

water purification

Wilson R., George G., Jose A.J.
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ard/record.uri?eid=2-s2.0-
85046827706&d0i=10.1016%
2fB978-0-12-811033-1.00018-
4&partnerlD=40&md5=d67a2
ca2f1b5a86616709ba2728f8a
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Understanding the non- Jose C., Baugh C.M., Lacey 358711 https://www.scopus.com/inw
linear clustering of high- C.G., Subramanian K. ard/record.uri?eid=2-s2.0-
redshift galaxies 85041095384&d0i=10.1093%
2fmnras%2fstx1014&partnerl
D=40&md5=19f7fb2c2715494
adff4c940eb728149
Cure kinetics of Francis B. https://www.scopus.com/inw
epoxy/thermoplastic ard/record.uri?eid=2-s2.0-
blends 85054890650&d0i=10.1007%
2f978-3-319-40043-
3 22&partner|D=40&md5=91
09918c938f2a5c70c9a4a3893
6calf
Corrosion inhibition of mild John S., Jeevana R., 11100621 https://www.scopus.com/inw
steel by N(4)-substituted Aravindakshan K.K., Joseph A. ard/record.uri?eid=2-s2.0-
thiosemicarbazone in 85020929786&d0i=10.1016%
hydrochloric acid media 2fj.ejpe.2016.05.012&partnerl
D=40&md5=d4deff3f45febfIc
1fb910ffccf4144e
High resolution accurate Prasanth J., Vincy M.V., 9720626 https://www.scopus.com/inw
mass multi-class multi- Brillliant R. ard/record.uri?eid=2-s2.0-
residue screening method 85019734160&partnerID=40&
for the analysis of honey md5=77f362bf5a21ed3a8c6c8
samples collected from 18153ee743a
various parts of Kerala
state, India using LC-QTOF
Anisochilus petraeus Mathew J., YohannanR., 0372333X https://www.scopus.com/inw
(Lamiaceae), a new species George K.V. ard/record.uri?eid=2-s2.0-
from Southern Western 85019948357&d0i=10.6165%
Ghats, India 2ftai.2017.62.144&partnerlD=
40&md5=e96a0c81c30de352e
8c032e71ce49844
Dielectric relaxation and Paulose T., Abraham K.E. 14544164 https://www.scopus.com/inw
AC conductivity mechanism ard/record.uri?eid=2-s2.0-
of eco-friendly Fe203 85026662554 &partnerlD=408&
hexagonal md5=08bc31fc74b7d14216ad
nanomorphotype 7cf4fbldbebsd
Jute yarn as reinforcement George G., Joseph K., 12299197 https://www.scopus.com/inw

for polypropylene based
commingled eco-
composites: Effect of fibre
content and chemical
modifications on

Nagarajan E.R.

ard/record.uri?eid=2-s2.0-
85019757072&d0i=10.1007%
2fs12221-017-1039-
3&partnerlD=40&md5=a359e
54da9acf1277ca5d071b5ab41
48
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accelerated ageing and
tear properties

Arisaema peerumedense Mathew J., George K.V. 33847 https://www.scopus.com/inw
(Araceae), a New Species ard/record.uri?eid=2-s2.0-
from the South Western 85019136782&d0i=10.5735%
Ghats, India 2f085.054.0305&partnerID=40
&md5=b9b46251f59fd4c1185
€23c37a3df248
A facile approach to the Kurian J., Jacob Mathew M. 3048853 https://www.scopus.com/inw
elucidation of magnetic ard/record.uri?eid=2-s2.0-
parameters of CuFe204 85007258186&d0i=10.1016%
nanoparticles synthesized 2fi.immm.2016.12.027&partn
by hydrothermal route erlD=40&md5=3b084ela36el
3c0c5e93c3411e91e397
Relation between Visakh Kumar U.L., Varghese 3678393 https://www.scopus.com/inw
interplanetary parameters B.S., Kurian P.J. ard/record.uri?eid=2-s2.0-
and geomagnetic field 85044665097&partnerlD=408&
variations during solar md5=fa63c7e3c367e295babce
cycle 24 5272202616
Inhibition of Mild Steel Jlohn S., Joseph A., Kuruvilla 21984220 https://www.scopus.com/inw
Corrosion using Chitosan— M., Sajini S. ard/record.uri?eid=2-s2.0-
Polyvinyl Alcohol 85034569282&d0i=10.1007%
Nanocomposite Films by 2fs40735-016-0062-
Sol-Gel Method: An z&partnerID=40&md5=7d81c4
Environmentally Friendly 608d03196a251c9a936ac738b
Approach 0
Electrical and dielectric Thomas A.K., Abraham K., 21870764 https://www.scopus.com/inw

behaviour of Na 0.5 La 0.25
Sm0.25Cu3Ti4012
ceramics investigated by
impedance and modulus
spectroscopy

Thomas J., Saban K.V.

ard/record.uri?eid=2-s2.0-
85024095455&d0i=10.1016%
2fj.jascer.2017.01.002&partne
riID=40&md5=8e63357df0ae2
751332014f30aa6c537
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