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Synthesis, antimicrobial, and anti-HIV-1 activity of certain 5-(1-adamantyl)-2-substituted

thio-1,3,4-oxadiazoles and 5-(1-adamantyl)-3-substituted

aminomethyl-1,3,4-oxadiazoline-2-thiones. Bioorganic and Medicinal Chemistry, 2004, 12, 5107-13

Synthesis, antimicrobial, and anti-inflammatory activities of novel

2-(1-adamantyl)-5-substituted-1,3,4-oxadiazoles and 68 227
2-(1-adamantylamino)-5-substituted-1,3,4-thiadiazoles. European Journal of Medicinal Chemistry,

Synthesis, antimicrobial and anti-inflammatory activities of novel 5-(1-adamantyl)-1,3,4-thiadiazole
derivatives. European Journal of Medicinal Chemistry, 2010, 45, 5006-11

Synthesis and antimicrobial activity of novel
5-(1-adamantyl)-2-aminomethyl-4-substituted-1,2,4-triazoline-3-thiones. European Journal of 68 77
Medicinal Chemistry, 2013, 68, 96-102

Synthesis, antimicrobial, and anti-inflammatory activities of novel
5-(1-adamantyl)-4-arylideneamino-3-mercapto-1,2,4-triazoles and related derivatives. Molecules,
2010, 15, 2526-50

Synthesis, antimicrobial and antiviral evaluation of certain thienopyrimidine derivatives. European 6.8
Journal of Medicinal Chemistry, 1995, 30, 445-449 ) 53

Determination of lisinopril in dosage forms and spiked human plasma through derivatization with
7-chloro-4-nitrobenzo-2-oxa-1,3-diazole (NBD-Cl) followed by spectrophotometry or HPLC with
fluorimetric detection. Journal of Pharmaceutical and Biomedical Analysis, 2004, 34, 35-44

Synthesis of novel 6-phenyl-2,4-disubstituted pyrimidine-5-carbonitriles as potential antimicrobial 6.8
agents. European Journal of Medicinal Chemistry, 2011, 46, 4642-7 ) 39

Spectroscopic, quantum chemical studies, Fukui functions, inlvitro antiviral activity and molecular
docking of 5-chloro-N-(3-nitrophenyl)pyrazine-2-carboxamide. Journal of Molecular Structure, 2016,
1119, 188-199

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 3.4 38
bioactive agents. Journal of Molecular Structure, 2016, 1123, 375-383

Spectroscopic investigations, NBO, HOMOINUMO, 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. Journal of Molecular Structure, 2015, 1096, 1-14

A combined experimental and theoretical DFT (B3LYP, CAM-B3LYP and M06-2X) study on

electronic structure, hydrogen bonding, solvent effects and spectral features of methyl 3.4 32
1H-indol-5-carboxylate. Journal of Molecular Structure, 2017, 1137, 725-741

Structural and spectroscopic characterization of a novel potential chemotherapeutic agent

3-(1-adamantyl)-1-{[4-(2-methoxyphenyl)piperazin-1-ylJmethyl}-4-methyl-1H-1,2,4-triazole-5(4H)-thione
by first principle calculations. Journal of Molecular Structure, 2012, 1022, 49-60

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. 44 31
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 135, 973-83

Adamantane-Isothiourea Hybrid Derivatives: Synthesis, Characterization, In Vitro Antimicrobial, and

In Vivo Hypoglycemic Activities. Molecules, 2017, 22,

Synthesis, antimicrobial, and anti-inflammatory activity, of novel S-substituted and N-substituted L
5-(1-adamantyl)-1,2,4-triazole-3-thiols. Drug Design, Development and Therapy, 2014, 8, 505-18 44 3

FT-IR, FT-Raman, molecular structure, first order hyperpolarizability, HOMO and LUMO analysis,
MEP and NBO analysis of 3-(adamantan-1-yl)-4-(prop-2-en-1-yl)-1H-1,2,4-triazole-5(4H)-thione, a

potential bioactive agent. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
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Vibrational and structural observations and molecular docking study on

202  1-{3-(4-chlorophenyl)-5-[4-(propan-2-yl)phenyl]-4,5-dihydro-1H-pyrazol-1-yl}-ethanone. Journal of 3.4 27
Molecular Structure, 2016, 1112, 136-146
Synthesis, antimicrobial, and anti-inflammatory activities of novel
2-[3-(1-adamantyl)-4-substituted-5-thioxo-1,2,4-triazolin-1-yl] acetic acids,
2-[3-(1-adamantyl)-4-substituted-5-thioxo-1,2,4-triazolin-1-yl]propionic acids and related

Crystal structure, Hirshfeld surface analysis and DFT studies of
200 5-(adamantan-1-yl)-3-[(4-chlorobenzyl)sulfanyl]-4-methyl-4H-1,2,4-triazole, a potential 11EHSD1 49 27
inhibitor. Scientific Reports, 2019, 9, 19745

Spectrophotometric determination of propranolol in formulations via oxidative coupling with
3-methylbenzothiazoline-2-one hydrazone. /l Farmaco, 2003, 58, 1179-86

Synthesis of Certain 6-(Arylthio)uracils and Related Derivatives as Potential Antiviral Agents.

198 Bulletin of the Korean Chemical Society, 2004, 25, 991-996

12 25

3-(1-Adamant-yl)-1-{[4-(2-meth-oxy-phen-yl)piperazin-1-ylJmeth-yl}-4-methyl-1H-1,2,4-triazole-5(4H)-thione.
Acta Crystallographica Section E: Structure Reports Online, 2010, 66, 01756

Synthesis of novel uracil non-nucleoside derivatives as potential reverse transcriptase inhibitors of

196 L\v-1. Archiv Der Pharmazie, 2009, 342, 663-70 43 23

Synthesis, antimicrobial and antiviral testing of some new 1-adamantyl analogues. Saudi

Pharmaceutical Journal, 2010, 18, 123-8

Vibrational spectroscopic and molecular docking study of
194 2-Benzylsulfanyl-4-[(4-methylphenyl)-sulfanyl]-6-pentylpyrimidine-5-carbonitrile, a potential 44 21
chemotherapeutic agent. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,

Theoretical inVéstigations 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.

Synthesis, Antimicrobial and Hypoglycemic Activities of Novel N-(1-Adamantyl)carbothioamide

192 Derivatives. Molecules, 2015, 20, 8125-43 48

20

Theoretical investigations of two adamantane derivatives: A combined X-ray, DFT, QTAIM analysis

and molecular docking. Journal of Molecular Structure, 2018, 1159, 233-245

Vibrational spectra, NBO analysis, HOMO-LUMO and first hyperpolarizability of
190 2-{[(2-Methylprop-2-en-1-yl)oxy]methyl}-6-phenyl-2,3,4,5-tetrahydro-1,2,4-triazine-3,5-dione, a 4.4 18
potential chemotherapeutic agent based on density functional theory calculations. Spectrochimica

Syntheéis of Diazen-1-ium-1,2-diolates Monitored by the NOtizer[Apparatus: Relationship
between Formation Rates, Molecular Structure and the Release of Nitric Oxide. European Journal of

Organic Chemistry, 2007, 2007, 616-624

FT-IR and FT-Raman characterization and investigation of reactive properties of
188  N-(3-iodo-4-methylphenyl)pyrazine-2-carboxamide by molecular dynamics simulations and DFT 3.4 17
calculations. Journal of Molecular Structure, 2017, 1136, 14-24

Quantitative assessment of the nature of noncovalent interactions in

-substituted-5-(adamantan-1-yl)-1,3,4-thiadiazole-2-amines: insights from crystallographic and
QTAIM analysis.. RSC Advances, 2020, 10, 9840-9853

Probing vibrational activities, electronic properties, molecular docking and Hirshfeld surfaces
186  analysis of 4-chlorophenyl ({[(1E)-3-(1H-imidazol-1-yl)-1-phenylpropylidene]amino}oxy)methanone: 3.4 16
A promising anti-Candida agent. Journal of Molecular Structure, 2018, 1159, 83-95
Structural, spectroscopic (FT-IR, FT-Raman and UV) studies, HOMOIOUMO, NBO, NLO analysis and
reactivity descriptors of 2,3 Difluoroaniline and 2,4-Difluoroaniline. Journal of Molecular Structure,

2014, 1074, 457-466
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3-(Adamantan-1-yl)-4-(prop-2-en-1-yl)-1H-1,2,4-triazole-5(4H)-thione. Acta Crystallographica Section

E: Structure Reports Online, 2012, 68, 0656 16

184

Synthesis of Novel Uracil Non-Nucleosides Analogues of
3,4-Dihydro-2-Alkylthio-6-benzyl-4-oxopyrimidines and 6-benzyl-1-ethoxymethyl-5-isopropyluracil.
Journal of Chemical Research, 2007, 2007, 263-267

Triazoles and fused triazoles, IlI: Facile and efficient synthesis of

182 2,5-disubstituted-s-triazolo[3,4-b]-1,3,4-thiadiazoles. Monatshefte Fd Chemie, 1990, 121, 221-225

14 16
Experimental and theoretical DFT (B3LYP, X3LYP, CAM-B3LYP and M06-2X) study on electronic

structure, spectral features, hydrogen bonding and solvent effects of

4-methylthiadiazole-5-carboxylic acid. Molecular Simulation, 2019, 45, 1029-1043

Raman, infrared and DFT studies of N?-(adamantan-2-ylidene)benzohydrazide, a potential

180 antibacterial agent. Journal of Molecular Structure, 2016, 1115, 258-266 >4 15

Experimental FT-IR, Laser-Raman and DFT spectroscopic analysis of a potential chemotherapeutic
agent 6-(2-methylpropyl)-4-oxo-2-sulfanylidene-1,2,3,4-tetrahydropyrimidine-5-carbonitrile.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 120, 97-105
Spectroscopic investigation (FT-IR and FT-Raman), vibrational assignments, HOMO-LUMO, NBO,
178 MEP analysis and molecular docking study of 44 15
2-[(4-chlorobenzyl)sulfanyl]-4-(2-methylpropyl)-6-(phenylsulfanyl)-pyrimidine-5-carbonitrile, a

Structural and spectroscopic characterization of a novel potential anti-inflammatory agent
3-(adamantan-1-yl)-4-ethyl-1H-1,2,4-triazole-5(4H)thione by Ffirst principle calculations.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 124, 108-23

Synthesis and antimicrobial activity of N'-heteroarylidene-1-adamantylcarbohydrazides and

176  (B)-2-(1-adamantyl)-4-acetyl-5-[5-(4-substituted phenyl-3-isoxazolyl)]-1,3,4-oxadiazolines. Molecules, 48 15
2012, 17, 3475-83
Vibrational spectroscopic (FT-IR and FT-Raman) studies, HOMO-LUMO, NBO analysis and MEP of
6-methyl-1-({[(2E)-2-methyl-3-phenyl-prop-2-en-1-ylJoxy}methyl)-1,2,3,4-tetra-hydroquinazoline-2,4- d|on$,4
a potential chemotherapeutlc agent using density functional methods. Spectrochimica Acta - Part

Synthesis, spectroscopic analyses, chemical reactivity and molecular docking study and
174  anti-tubercular activity of pyrazine and condensed oxadiazole derivatives. Journal of Molecular 34 14
Structure, 2018, 1164, 459-469

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. Journal of Molecular Structure, 2016, 1120, 317-326

Synthesis, vibrational spectroscopic investigations, molecular docking,ldntibacterial and
172 antimicrobial studies of 5-ethylsulphonyl-2-(p-aminophenyl)benzoxazole. Journal of Molecular 3.4 13
Structure, 2016, 1115, 94-104

Investigation of potential anti-malarial lead candidate
2-(4-fluorobenzylthio)-5-(5-bromothiophen-2-yl)-1,3,4-oxadiazole: Insights from crystal structure, 4
DFT, QTAIM and hybrid QM/MM binding energy analysis. Journal of Molecular Structure, 2019, 1175, 230-240

Spectroscopic (FT-IR, FT-Raman, and UV-visible) and quantum chemical studies on molecular

170 geometry, Frontier molecular orbitals, NBO, NLO and thermodynamic properties of 1-acetylindole. 4.4 13
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 133, 626-38
Vibrational spectroscopic studies (FT-IR, FT-Raman) and quantum chemical calculations on
5-(Adamantan-1-yl)-3-[(4-fluoroanilino)methyl]-2,3-dihydro-1,3,4-oxadiazole-2-thione, a potential
chemotherapeutic agent. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,

FT-IR and FT-Raman spectroscopic signatures, vibrational assignments, NBO, NLO analysis and
168 molecular docking study of 44 13
2-{[5-(adamantan-1-yl)-4-methyl-4H-1,2,4-triazol-3-yl]sulfany(}-N,N-dimethylethanamine.

Pyrimidine-5-carbonitriles II: synthesis and antimicrobial activity of novel 6-alkyl-2,4-disubstituted

pyrimidine-5-carbonitriles. Drug Research, 2014, 64, 31-9
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Pyrimidine-5-carbonitriles [part Ill: synthesis and antimicrobial activity of novel 6-(2-substituted

166 propyl)-2,4-disubstituted pyrimidine-5-carbonitriles. Heterocyclic Communications, 2013, 19,

17 12

Reactive, spectroscopic and antimicrobial assessments of 5-[(4-methylphenyl)
acetamido]-2-(4-tert-butylphenyl)benzoxazole: Combined experimental and computational study.
Journal of Molecular Structure, 2017, 1128, 694-706

1,3,4-THIADIAZOLES. REGIOSELECTIVE O-DEMETHYLATION ON DEHYDRATIVE CYCLIZATION OF
164 1-(3,4,5-TRIMETHOXYBENZOYL)4-SUBSTITUTED THIOSEMICARBAZIDES WITH SULPHURIC ACID. 1 12
Phosphorus, Sulfur and Silicon and the Related Elements, 2004, 179, 2509-2517

Insight into the reactive properties of newly synthesized 1,2,4-triazole derivative by combined
experimental (FT-IR and FR-Raman) and theoretical (DFT and MD) study. Journal of Molecular
Structure, 2017, 1141, 542-550

Study on the structure, vibrational analysis and molecular docking of Fluorophenyl derivatives using

162 FT-IR and density functional theory computations. Journal of Molecular Structure, 2018, 1164, 172-179

Q0

4 11

SYNTHESIS OF CERTAIN 6-(ARYLTHIO)URACILS AS POTENTIAL ANTIVIRAL AGENTS. Phosphorus,
Sulfur and Silicon and the Related Elements, 2001, 174, 25-35

160 Microwave-Assisted Dehydrosulfurization: An Efficient, Solvent-Free Synthesis of
5-(1-Adamantyl)-2-arylamino-1,2,4-triazolo[3,4-b][1,3,4]thiadiazoles. Heterocycles, 2007, 71, 379
Spectroscopic investigations and molecular docking study of
3-(1H-imidazol-1-yl)-1-phenylpropan-1-one, a potential precursor to bioactive agents. Journal of
Molecular Structure, 2016, 1109, 131-138

Use of vibrational spectroscopy to study

158 4-benzyl-3-(thiophen-2-yl)-4,5-dihydro-1H-1,2,4-triazole-5-thione: A combined theoretical and 4 10
experimental approach. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014

Antimicrobial and hypoglycemic activities of novel N-Mannich bases derived from

5-(1-adamantyl)-4-substituted-1,2,4-triazoline-3-thiones. International Journal of Molecular Sciences,
2014, 15, 22995-3010

4-[(4-acetylphenyl)amino]-2-methylidene-4-oxobutanoic acid, a newly synthesized amide with
156  hydrophilic and hydrophobic segments: Spectroscopic characterization and investigation of its 09 10
reactive properties. Journal of the Serbian Chemical Society, 2018, 83, 1-18

Synthesis and antimicrobial activity of some novel 5-alkyl-6-substituted uracils and related

derivatives. Molecules, 2011, 16, 4764-74

Study on molecular structure, spectroscopic behavior, NBO, and NLO analysis of
154 3-methylbezothiazole-2-thione. Spectrochimica Acta - Part A: Molecular and Biomolecular 44 9
Spectroscopy, 2015, 146, 129-41

The biomolecule,
2-[(2-methoxyl)sulfanyl]-4-(2-methylpropyl)-6-oxo-1,6-dihydropyrimidine-5-carbonitrile: FT-IR,

Laser-Raman spectra and DFT. Spectrochimica Acta - Part A: Molecular and Biomolecular

Vibrational spectroscopic investigations and molecular docking studies of biologically active
152  2-[4-(4-phenylbutanamido)phenyl]-5-ethylsulphonyl-benzoxazole. Journal of Molecular Structure, 34 9
2017,1148, 119-133

Some Observations on the Base-Catalyzed Cyclocondensation of 2,6-Dihalobenzaldehydes, Ethyl

Cyanoacetate, and Thiourea. Synthetic Communications, 2010, 40, 1530-1538

Synthesis, Antimicrobial, and Anti-Proliferative Activities of Novel
150 4-(Adamantan-1-yl)-1-arylidene-3-thiosemicarbazides, 4-Arylmethyl 48 9
"-(Adamantan-1-yl)piperidine-1-carbothioimidates, and Related Derivatives. Molecules, 2019, 24,
Structural and spectroscopic analysis of
3-[(4-phenylpiperazin-1-yl)methyl]-5-(thiophen-2-yl)-2,3-dihydro-1,3,4-oxadiazole-2-thione with

experimental (FT-IR, Laser-Raman) techniques and ab initio calculations. Journal of Molecular
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Molecular conformational analysis, reactivity, vibrational spectral analysis and molecular dynamics
and docking studies of 6-chloro-5-isopropylpyrimidine-2,4(1H,3H)-dione, a potential precursor to 3.4 8
bioactive agent. Journal of Molecular Structure, 2017, 1127, 427-436

Ethyl
4-{[3-(adamantan-1-yl)-4-phenyl-5-sulfanyl-idene-4,5-dihydro-1H-1,2,4-triazol-1-yl|meth-yl}piperazine-1-carboxyé-ate.
Acta Crystallographica Section E: Structure Reports Online, 2012, 68, 0531

Synthesis of Certain S-Triazole and s-Triazolo[3,4-B] 1,3,4-Thiadiazole Derivatives of Expected L
Pharmacological Activity. Journal of the Chinese Chemical Society, 1988, 35, 393-397 5

1,3,4-Oxadiazole -Mannich Bases: Synthesis, Antimicrobial, and Anti-Proliferative Activities.
Molecules, 2021, 26,

Synthesis, vibrational spectroscopic investigations, molecular docking, antibacterial studies and
molecular dynamics study of 5-[(4-nitrophenyl)acetamido]-2-(4-tert-butylphenyl)benzoxazole. 3.4 7
Journal of Molecular Structure, 2017, 1133, 557-573

Insights into the nature of weak noncovalent interactions in

3-(4-fluorophenyl)-6-(2-fluorophenyl)-1,2,4-triazolo[3,4-b][1,3,4]thiadiazole, a potential bioactive

agent: X-ray, QTAIM and molecular docking analysis. Journal of Molecular Structure, 2019, 1183, 331-341
Spectroscopic investigation (FT-IR, FT-Raman), HOMO-LUMO, NBO analysis and molecular docking

study of i 7
2-[(4-chlorobenzyl)sulfanyl]-4-(2-methylpropyl)-6-[3-trifluoromethyl)-anilino]pyrimidine-5-carbonitrile,

Synthesis of novel 2-(substituted amino)alkylthiopyrimidin-4(3H)-ones as potential antimicrobial

agents. Molecules, 2013, 19, 279-90

NO-donors, part 9 : diazeniumdiolates inhibit human platelet aggregation and induce a transient
vasodilatation of porcine pulmonary arteries in accordance with the NO-releasing rates. European 68 7
Journal of Medicinal Chemistry, 2005, 40, 281-7

Synthesis of 2-Alkylthio Analogues of AZT and Their Activity against HIV-1. Heterocycles, 1995, 41, 2507 0.8

Vibrational spectroscopy of N’-(Adamantan-2-ylidene)thiophene-2-carbohydrazide, a potential
antibacterial agent. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 44 6
128,874-9

N’-(Adamantan-2-yl-idene)thio-phene-2-carbohydrazide. Acta Crystallographica Section E: Structure
Reports Online, 2011, 67, 03127

2-(Adamantan-1-yl)-5-(4-nitro-phen-yl)-1,3,4-oxadiazole. Acta Crystallographica Section E: Structure
Reports Online, 2012, 68, 0795

3-(Adamantan-1-yl)-1-[(4-ethyl-piperazin-1-yl)meth-yl]-4-[(E)-(4-hy-droxy-benzyl-idene)amino]-1H-1 ,2,4—triazole—g(4H)—t
Acta Crystallographica Section E: Structure Reports Online, 2012, 68, 0657-8

3-(Adamantan-1-yl)-4-phenyl-1-[(4-phenyl-piperazin-1-yl)meth-yl]-1H-1,2,4-triazole-5(4H)-thione.
Acta Crystallographica Section E: Structure Reports Online, 2012, 68, 0345

The NOtizer--a device for the convenient preparation of diazen-1-ium-1,2-diolates. Methods in
Enzymology, 2005, 396, 17-26

Reactivity properties and adsorption behavior of a triazole derivative [DFT and MD simulation
studies. Journal of Molecular Liquids, 2021, 341, 117439

1,4,5,6,7,8-Hexahydroquinolines and 5,6,7,8-tetrahydronaphthalenes: A new class of antitumor

agents targeting the colchicine binding site of tubulin. Bioorganic Chemistry, 2020, 99, 103831
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120 Spectroscopic and electronic structure calculation of a potential antibacterial agent incorporating
3 pyrido-dipyrimidine-dione moiety using first principles. Journal of Molecular Structure, 2016, 1110, 128-13% >

Crystal structure of 1-(adamantan-1-yl)-3-phenylthiourea, C17H22N2S. Zeitschrift Fur

Kristallographie - New Crystal Structures, 2016, 231, 593-595

Conformational search, spectral analysis and electronic properties of

128 5-(4-Pyridinyl)-1,3,4-thiadiazol-2-amine. Journal of Molecular Structure, 2016, 1108, 112-125 >4 5

Molecular docking, Hirshfeld surface analysis and spectroscopic investigations of
1-(adamantan-1-yl)-3-(4-fluorophenyl)thiourea: A potential bioactive agent. Chemical Physics Letters
, 2019, 735, 136762

3-[(4-Phenyl-piperazin-1-yl)meth-yl]-5-(thio-phen-2-yl)-2,3-di-hydro-1,3,4-oxa-diazole-2-thione. Acta

126 Crystallographica Section E: Structure Reports Online, 2013, 69, 0684 5

Synthesis of 1-phenyi-1H-tetrazolo[4,5-d]tetrazole and
5-aryl-1-(4-bromophenyl)-1,2,4-triazolo[4,3-d]tetrazoles. Journal of the Chinese Chemical Society,
1991, 38, 199-201

Triazoles and Fused Triazoles II: Synthesis of Certain Substituted s-Triazoles,
124  s-Triazolo[3,4-b]-1,3,4-Thiadiazoles and s-Triazolo [3,4-b]-1, 3,4-Thiadiazines. Journal of the Chinese .5 5
Chemical Society, 1989, 36, 353-356

Thienobenzothiopyranones Il new 4H-thieno[2,3-b][1]benzothiopyran-4-ones carrying different

heterocyclic moieties of expected pharmacological interest. Archives of Pharmacal Research, 1990,
13, 24-27

Synthesis of an AZT-HEPT hybrid and homologous AzddU derivatives. Acta Chemica Scandinavica,

122 1996, 50, 417-21 5

Insights into the weak Csp3HMHOsp3 mediated supramolecular architecture in ethyl

2-(5-bromopentanamido)-4,5,6,7-tetrahydrobenzo[b]thiophene-3-carboxylate, a probable selective
COX-2 lead molecule: An integrated crystallographic and theoretical approach. Journal of Molecular

Spectroscopic (FT-IR, FT-Raman, UV, 1H and 13C NMR) insights, electronic profiling and DFT
120 computations on ({(E)-[3-(1H-imidazol-1-yl)-1-phenylpropylidene] 16 4
amino}oxy)(4-nitrophenyl)methanone, an imidazole-bearing anti-Candida agent. Open Chemistry,

Structure of N?-(adamantan-2-ylidene)benzohydrazide, a potential antibacterial agent, in solution:

Molecular dynamics simulations, quantum chemical calculations and UltravioletMisible
spectroscopy studies. Journal of Chemical Sciences, 2016, 128, 1933-1942

Theoretical and experimental spectroscopic studies, XPS analysis, dimer interaction energies and

118 molecular docking study of 5-(adamantan-1-yl)-N-methyl-1,3,4-thiadiazol-2-amine. Journal of Physics 3.9 4
and Chemistry of Solids, 2019, 135, 109091
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. Spectrochimica Acta - Part A: Molecular and Biomolecular

Crystal structure of 4-bromobenzyl (Z)-N?-(adamantan-1-yl)-4-phenylpiperazine-1-carbothioimidate,

116 C28H34BrN3S. Zeitschrift Fur Kristallographie - New Crystal Structures, 2017, 232, 189-191

02 4

3-(Adamantan-1-yl)-4-benzyl-1H-1,2,4-triazole-5(4H)-thione. Acta Crystallographica Section E:
Structure Reports Online, 2014, 70, 0766-7

N’-[(2-n-Butyl-4-chloro-1H-imidazol-5-yl)-methyl-idene]adamantane-1-carbo-hydrazide
114 sesquihydrate ethanol hemi-solvate. Acta Crystallographica Section E: Structure Reports Online, 2010 4
,66,02131

6-(3,5-Dimethyl-benz-yl)-5-ethyl-1-[(2-phen-oxy-eth-oxy)meth-yl]-1,2,3,4-tetra-hydro-pyrimidine-2,4-dione.

Acta Crystallographica Section E: Structure Reports Online, 2011, 67, 02839
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5-(Adamantan-1-yl)-3-[(4-benzyl-piperazin-1-yl)meth-yl]-1,3,4-oxadiazole-2(3H)-thione. Acta
Crystallographica Section E: Structure Reports Online, 2012, 68, 02172-3 4

3-(Adamantan-1-yl)-1-[(4-benzyl-piperazin-1-yl)meth-yl]-4-phenyl-1H-1,2,4-triazole-5(4H)-thione.
Acta Crystallographica Section E: Structure Reports Online, 2012, 68, 0344

3-(Adamantan-1-yl)-4-ethyl-1H-1,2,4-triazole-5(4H)-thione. Acta Crystallographica Section E:
Structure Reports Online, 2012, 68, 01347 4

3-[(N-Methyl-anilino)meth-yl]-5-(thio-phen-2-yl)-1,3,4-oxadiazole-2(3H)-thione. Acta
Crystallographica Section E: Structure Reports Online, 2012, 68, 01345-6

Adamantane-linked isothiourea derivatives suppress the growth of experimental hepatocellular
carcinoma inhibition of TLR4-MyD88-NF-B signaling. American Journal of Cancer Research, 2021, 44 4
11, 350-369

DFT Study on the Electronic Properties, Spectroscopic Profile, and Biological Activity of
2-Amino-5-trifluoromethyl-1,3,4-thiadiazole with Anticancer Properties. ACS Omega, 2020, 5, 30073-30087

Crystal structure of N-(adamantan-1-yl)-4-phenylpiperazine-1-carbothioamide, C21H29N3S.
Zeitschrift Fur Kristallographie - New Crystal Structures, 2016, 231, 991-993

X-ray and theoretical investigation of ()-3-(adamantan-1-yl)-1-(phenyl or
3-chlorophenyl)--(4-bromobenzyl)isothioureas: an exploration involving weak non-covalent
interactions, chemotherapeutic activities and QM/MM binding energy. Journal of Biomolecular
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