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Crystal structure and Hirshfeld surface analysis of
5-acetyl-3-amino-6-methyl--phenyl-4-[()-2-phenyl-ethen-yl]thieno[2,3-]pyridine-2-carbox-amide..
Acta Crystallographica Section E: Crystallographic Communications, 2022, 78, 225-230

404 Ring Opening of Epoxides by Pendant Silanols.. Organic Letters, 2022, 62 2

Crystal structure and Hirshfeld surface analysis of
2-{[7-acetyl-4-cyano-6-hy-droxy-8-(4-meth-oxyphen-yl)-1,6-dimethyl-5,6,7,8-tetra-hydro-isoquinolin-3-yl-Jsutfan-yl}aceti
acid ethyl ester.. Acta Crystallographica Section E: Crystallographic Communications, 2022, 78, 220-224
A possible potential COVID-19 drug candidate: Diethyl

402 2-(2-(2-(3-methyl-2-oxoquinoxalin-1(2H)-yl)acetyl)hydrazono)malonate: Docking of disordered 59 6
independent molecules of a novel crystal structure, HSA/DFT/XRD and cytotoxicity.. Arabian

Docking of disordered independent molecules of novel crystal structure of
(N-(4-methoxyphenyl)-2-(3-methyl-2-oxo-3,4-dihydroquinoxalin-1(2H)-yl)acetamide as
anti-COVID-19 and anti-Alzheimer[$ disease. Crystal structure, HSA/DFT/XRD. Journal of Molecular

Biological insights of a chiral hybrid-based Ebctamolybdate and proline. Journal of Molecular

490 Structure, 2022, 1247, 131401 34 1

Coordination complexes constructed from pyrazole-acetamide and pyrazole-quinoxaline: effect of
hydrogen bonding on the self-assembly process and antibacterial activity.. RSC Advances, 2022, 12, 5324339

3 New styrylquinoxaline: synthesis, structural, biological evaluation, ADMET prediction and molecular
39 docking investigations.. Journal of Biomolecular Structure and Dynamics, 2022, 1-17

Nitrophenyl-Group-Containing Heterocycles. I. Synthesis, Characterization, Crystal Structure,
Anticancer Activity, and Antioxidant Properties of Some New 5,6,7,8-Tetrahydroisoquinolines
Bearing 3(4)-Nitrophenyl Group.. ACS Omega, 2022, 7, 8767-8776

Crystal structure, Hirshfeld surface analysis, inter-action energy and DFT calculations and energy
396 frameworks of methyl 6-chloro-1-methyl-2-oxo-1,2-di-hydro-quinoline-4-carboxyl-ate.. Acta 07 O
Crystallographica Section E: Crystallographic Communications, 2022, 78, 425-432

Greener pastures in evaluating antidiabetic drug for a quinoxaline Derivative: Synthesis,
Characterization, Molecular Docking, in vitro and HSA/DFT/XRD studies. Arabian Journal of
Chemistry, 2022, 15, 103851

Novel 3-chloro-6-nitro-1-indazole derivatives as promising antileishmanial candidates: synthesis,
394 biological activity, and molecular modelling studies.. Journal of Enzyme Inhibition and Medicinal 56 ©
Chemistry, 2022, 37, 151-167

Synthesis, crystal structure investigation and computational approach to discover potential
hydrazide derivatives as a potent inhibitor of cyclooxygenase-2 enzyme.. Journal of Biochemical and
Molecular Toxicology, 2022, e23082

Synthesis, structural characterization, antioxidant and antidiabetic activities, DFT calculation, and
392 molecular docking of novel substituted phenolic and heterocyclic compounds.. Journal of 3.6
Biomolecular Structure and Dynamics, 2022, 1-13

Synthesis, Crystal structure, and a molecular modeling approach to identify effective antiviral
hydrazide derivative against the main protease of SARS-CoV-2. Journal of Molecular Structure, 2022, 1333

o Unexpected synthesis of novel 2-pyrone derivatives: crystal structures, Hirshfeld surface analysis 6
39 and computational studies. Journal of Biomolecular Structure and Dynamics, 2021, 39, 4859-4877 > 4

Synthesis and crystal structure of 1-octyl-3-phenylquinoxalin-2(1H)-one, C22H26N20. Zeitschrift Fur

Kristallographie - New Crystal Structures, 2021, 236, 173-175
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Synthesis and crystal structure of 2-azido-N-phenylacetamide, C8H8N4O. Zeitschrift Fur
Kristallographie - New Crystal Structures, 2021, 236, 133-134

Coordination complexes of zinc and manganese based on pyridine-2,5-dicarboxylic acid -oxide: DFT
studies and antiproliferative activities consideration.. RSC Advances, 2021, 11, 37403-37412

Synthesis, structural, characterization and Hirshfeld analysis of a bisselenide and a zinc complex of
a new hemilabile ferrocenylbisphosphane, [Fe{CHP(CHCHNMe-0)}]. Acta Crystallographica Section C, 08 1
Structural Chemistry, 2021, 77, 725-733

Buffer and Salt Effects in Aqueous Host-Guest Systems: Screening, Competitive Binding, or Both?.
Journal of the American Chemical Society, 2021, 143, 18605-18616

Highly Regio- and Diastereoselective Tethered Aza-Wacker Cyclizations of Alkenyl

Phosphoramidates. Journal of Organic Chemistry, 2021, 86, 14732-14758 42 ©

Crystal structure of
()-1-(3-benzyl-5-phenyl-1,3-thia-zol-2-yl-idene)-2-[()-1,2,3,4-tetra-hydro-naphthalen-1-yl-idene]hydrazin-1dum
bromide. Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 420-423

Dimroth rearrangement-based synthesis of novel derivatives of
[1,3]selenazolo[5,4-e][1,2,4]triazolo[1,5-c]pyrimidine as a new class of selenium-containing 31 2
heterocyclic architecture. Molecular Diversity, 2021, 1

Crystal structure and Hirshfeld surface analysis of
(3,33,6a)-3-(1,3-diphenyl-1-pyrazol-4-yl)-5-(4-meth-oxy-phen-yl)-2-phenyl-3,3a,4,5,6,6a-hexa-hydro-2-pyrrolp-[3,4-][1,2]q
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 356-359

Synthesis and Characterization of Novel Functionally Substituted Planar

Pyrimidothienoisoquinolines and Nonplanar (33, 4, 9a)-pyrazolo[3,4-]isoquinolines. ACS Omega, 39 3
2021, 6, 8706-8716

Synthesis, structural elucidation, and antioxidant activity of new phenolic derivatives containing

piperidine moiety: Experimental and theoretical investigations. Journal of Heterocyclic Chemistry,
2021, 58, 1268-1277

Synthesis, Characterization, and Crystal Structure of Some New Tetrahydroisoquinolines and
Related Tetrahydrothieno[2,3-]isoquinolines. ACS Omega, 2021, 6, 8332-8339 39

Crystal structure and Hirshfeld surface analysis of
2-{[7-acetyl-8-(4-chloro-phen-yl)-4-cyano-6-hy-droxy-1,6-dimethyl-5,6,7,8-tetra-hydro-isoquinolin-3-yl]sultap-yl}-t(4-chlo
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 527-531

Crystal structure, Hirshfeld surface analysis and inter-action energy calculation of
1-decyl-2,3-di-hydro-1-benzimidazol-2-one. Acta Crystallographica Section E: Crystallographic 0.7
Communications, 2021, 77, 559-563

Crystal structure and Hirshfeld surface analysis of -[()-(2-hy-droxy-phen-yl)methyl-idene]aniline
-oxide. Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 596-599

Crystal structure, Hirshfeld surface analysis and DFT study of
-(2-amino-5-methyl-phen-yl)-2-(5-methyl-1-pyrazol-3-yl)acetamide. Acta Crystallographica Section E: 07 2
Crystallographic Communications, 2021, 77, 638-642

Design, synthesis, structural and molecular characterization, toxicity, psychotropic activity and

molecular docking evaluation of a novel phenytoin derivative:
3-decyl-5,5-diphenylimidazolidine-2,4-dione. Journal of Biomolecular Structure and Dynamics, 2021, 1-18

Crystal structure and Hirshfeld surface analysis of
2-{[7-acetyl-4-cyano-6-hy-droxy-8-(4-meth-oxy-phen-yl)-1,6-dimethyl-5,6,7,8-tetra-hydro-iso-quino-lin-3-y{jsulfan-y}--pher
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 663-667

Crystal structure and Hirshfeld surface analysis of
2-(2-oxo-3-phenyl-1,2,3,8a-tetra-hydro-quinoxalin-1-yl)ethyl acetate. Acta Crystallographica Section 0.7

E: Crystallographic Communications, 2021, 77, 643-646
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Synthesis, crystal structure, DFT calculations, Hirshfeld surface analysis, energy frameworks,
molecular dynamics and docking studies of novel isoxazolequinoxaline derivative (1IZQ) as 3.4 13
anti-cancer drug. Journal of Molecular Structure, 2021, 1232, 130004

Synthesis, structure elucidation, Hirshfeld surface analysis, DFT, molecular docking and Monte
Carlo simulation of new quinoline-4-carboxylate derivatives. Journal of Molecular Structure, 2021,
1234, 130195

Synthesis, X-ray, spectroscopic characterization, Hirshfeld surface analysis, DFT calculation and
molecular docking investigations of a novel 7-phenyl-2,3,4,5-tetrahydro-1H-1,4- diazepin-5-one 3.4 2
derivative. Journal of Molecular Structure, 2021, 1234, 130146

Tethered Silanoxyiodination of Alkenes. Journal of Organic Chemistry, 2021, 86, 9233-9243

Synthesis, structural characterisation and theoretical studies of a novel pyridazine derivative:
Investigations of anti-inflammatory activity and inhibition of Eglucosidase. Journal of Molecular 3.4 7
Structure, 2021, 1234, 130177

Crystal structure and Hirshfeld surface analysis of ethyl
2-({5-acetyl-3-cyano-6-methyl-4-[()-2-phenyl-ethen-yl]pyridin-2-yl}sulfan-yl)acetate. Acta
Crystallographica Section E: Crystallographic Communications, 2021, 77, 730-733

Syntheses, single crystal X-ray structure, Hirshfeld surface analyses, DFT computations and Monte
Carlo simulations of New Eugenol derivatives bearing 1,2,3-triazole moiety. Journal of Molecular 3.4 6
Structure, 2021, 1234, 130189

Crystal structure, Hirshfeld surface analysis and inter-action energy calculation of
4-(furan-2-yl)-2-(6-methyl-2,4-dioxo-pyran-3-yl-idene)-2,3,4,5-tetra-hydro-1-1,5-benzodiazepine.
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 834-838

Syntheses of novel 1, 5-benzodiazepine derivatives: Crystal structures, spectroscopic
characterizations, Hirshfeld surface analyses, molecular docking studies, DFT calculations, corrosion 1.9 4
inhibition anticipation, and antibacterial activities. Journal of Heterocyclic Chemistry, 2021, 58, 270-289

Two polyoxometalate-based hybrids constructed from trinuclear lanthanoid clusters with
single-molecule magnet behavior. Polyhedron, 2021, 194, 114903

New alkyl (cyclohexyl) 2-oxo-1-(prop-2-yn-1-yl)-1, 2-dihydroquinoline-4-carboxylates: Synthesis,
crystal structure, spectroscopic characterization, hirshfeld surface analysis, molecular docking 3.4 4
studies and DFT calculations. Journal of Molecular Structure, 2021, 1227, 129520

Single-molecule magnets within polyoxometalate-based frameworks. Dalton Transactions, 2021, 50, 15044-15056

Unusual Rearrangement-Remercuration Reactions of Allylic Silanols. Organic Chemistry Frontiers,

2021, 8,5361-5368 52 2

An efficient diastereoselective synthesis of novel fused
5H-furo[2,3-d]thiazolo[3,2-a]pyrimidin-5-ones via one-pot three-component reaction. Molecular
Diversity, 2021, 1

Crystal structure, Hirshfeld surface analysis, DFT and mol-ecular docking investigation of
2-(2-ox0-1,3-oxazolidin-3-yl)ethyl 2-[2-(2-0x0-1,3-0xazolidin-3-yl)eth-oxy]quinoline-4-carboxyl-ate. 0.7
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 28-33

Crystal structure, Hirshfeld surface analysis and DFT study of

1-ethyl-3-phenyl-1,2-di-hydro-quinoxalin-2-one. Acta Crystallographica Section E: Crystallographic
Communications, 2021, 77, 18-22

Crystallographic and spectroscopic characterization of
2-[(7-acetyl-4-cyano-6-hy-droxy-1,6-dimethyl-8-phenyl-5,6,7,8-tetra-hydro-isoquinolin-3-yl)sulfan-yl]--phenyi-acetamide.
Acta Crystallographica Section E: Crystallographic Communications, 2021, 77, 121-125

A redetermination of the structure and Hirshfeld surface analysis of
poly[di-aquadi-Fhydroxido-tetra-kis-(Ehicotinato -oxide)tricopper(ll)]. Acta Crystallographica

Section E: Crystallographic Communications, 2021, 77, 309-313
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Crystal structure and Hirshfeld surface analysis of

352 3-[(1)-(4-{4-[()-(3-hy-droxy-benzyl-idene)amino]-phen-oxy}phenyl-imino)-meth-yl]phenol. Acta 0.7
Crystallographica Section E: Crystallographic Communications, 2021, 77, 266-269
Crystal structures of two hydrazide derivatives of mefenamic acid,
3-(2,3-di-methyl-anilino)-3[()-(Furan-2-yl)methyl-idene]benzohydrazide and
B[(-benzyl-idene]-2-(2,3-di-methyl-anilino)benzo-hydrazide. Acta Crystallographica Section E:

Synthesis and Identification of Novel Potential Molecules Against COVID-19 Main Protease
350 Through Structure-Guided Virtual Screening Approach. Applied Biochemistry and Biotechnology, 32 4
2021, 193, 3602-3623

Crystal structure, Hirshfeld surface analysis and density functional theory study of benzyl
2-oxo-1-(prop-2-yn-1-yl)-1,2-di-hydro-quinoline-4-carboxyl-ate. Acta Crystallographica Section E:
Crystallographic Communications, 2021, 77, 824-828

A Dimroth rearrangement approach for the synthesis of
348 selenopheno[2,3-e][1,2,4]triazolo[1,5-c]pyrimidines with cytotoxic activity on breast cancer cells. 31 1
Molecular Diversity, 2021, 1

Open-Ended Metallodithiolene Complexes with the 1,2,4,5-Tetrakis(diphenylphosphino)benzene
Ligand: Modular Building Elements for the Synthesis of Multimetal Complexes. Inorganic Chemistry,
2021, 60, 13177-13192

Crystal structure and Hirshfeld surface analysis study of
346  ()-1-(4-chloro-phen-yl)--(4-ferrocenylphen-yl)methanimine. Acta Crystallographica Section E: 0.7
Crystallographic Communications, 2021, 77, 875-879

Synthesis, Crystal structure, Hirshfeld surface Analysis and computational approach of new
2-methylbenzimidazo[1,2-a]pyrimidin-4(1H)-one. Journal of Molecular Structure, 2021, 1239, 130497

Synthesis, Crystal structure, Hirshfeld surface analysis, Spectral characterizations and Quantum
344 computational assessments of 1-hydroxy-3-methyl-11H-pyrido[2,1-b] quinazolin-11-one. Journal of 34 2
Molecular Structure, 2021, 131592

Novel antioxidant quinoxaline derivative: Synthesis, crystal structure, theoretical studies,
antidiabetic activity and molecular docking study. Journal of Molecular Structure, 2021, 1239, 130484

5 Supramolecular network of a framework material supported by the anion-llinkage of Keggin-type
34 heteropolyoxotungstates: experimental and theoretical insights. Dalton Transactions, 2021, 50, 1895-1960 9

Synthesis, characterization and bioactivity studies of new dithiocarbazate complexes. New Journal
of Chemistry, 2020, 44, 8878-8889

340 Synthesis and Structures of Polyphenylphenanthrenes. Chemistry - A European Journal, 2020, 26, 8458-846% 2

Solvent induced supramolecular polymorphism in Cu(ll) coordination complex built from
1,2,4-triazolo[1,5-a]pyrimidine: Crystal structures and anti-oxidant activity. Journal of Inorganic
Biochemistry, 2020, 208, 111092

An inorganicrganic hybrid material based on a Keggin-type polyoxometalate@Dysprosium as an
338  effective and green catalyst in the synthesis of 2-amino-4H-chromenes via multicomponent 31 11
reactions. Applied Organometallic Chemistry, 2020, 34, e5793

Versatile Coordination Modes of 2,6-Bis(2-(diphenylphosphanyl)-1H-imidazol-1-yl)pyridine in Cu(l)
and Au(l) Complexes. European Journal of Inorganic Chemistry, 2020, 2020, 2718-2725 25

Synthesis, spectroscopic characterization, crystal structure, DFT, molecular docking and inlVitro

336 antibacterial potential of novel quinoline derivatives. Journal of Molecular Structure, 2020, 1209, 1 2794054 28

A newly synthesized nitrogen-rich derivative of bicyclic quinoxalineBtructural and conceptual DFT

reactivity study. Journal of Physical Organic Chemistry, 2020, 33, e4055
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Synthesis, Crystal Structure and Computational Investigation of New
4-Phenyl-decahydro-1H-1,5-benzodiazepin-2-one as Potent Inhibitor of Mu-opioid Receptor. 1.8 2
ChemistrySelect, 2020, 5, 4601-4607

Crystal structure, Hirshfeld surface analysis and DFT studies of
1-benzyl-3-[(1-benzyl-1-1,2,3-triazol-5-yl)meth-yl]-2,3-di-hydro-1-1,3-benzo-diazol-2-one
monohydrate. Acta Crystallographica Section E: Crystallographic Communications, 2020, 76, 95-101

Crystal structure, Hirshfeld surface analysis and DFT studies of
1,3-bis-[2-meth-oxy-4-(prop-2-en-1-yl)phen-oxy]propane. Acta Crystallographica Section E: 07 2
Crystallographic Communications, 2020, 76, 344-348

Crystal structure, Hirshfeld surface analysis and inter-action energy and DFT studies of
1-(1,3-benzo-thia-zol-2-yl)-3-(2-hy-droxy-eth-yl)imidazolidin-2-one. Acta Crystallographica Section E:
Crystallographic Communications, 2020, 76, 370-376

A redetermination of the crystal structure of the mannitol complex NH[MoO(CHO)]HO:
hydrogen-bonding scheme and Hirshfeld surface analysis. Acta Crystallographica Section E: 07 1
Crystallographic Communications, 2020, 76, 518-522

Crystal structure, Hirshfeld surface analysis, inter-action energy and DFT studies of
4-[(4-allyl-2-meth-oxy-phen-oxy)meth-yl]-1-(4-meth-oxy-phen-yl)-1-1,2,3-triazole. Acta
Crystallographica Section E: Crystallographic Communications, 2020, 76, 962-966

Synthesis and crystal structure of 3-octyl-5,5-diphenylimidazolidine-2,4-dione, C23H28N202.
Zeitschrift Fur Kristallographie - New Crystal Structures, 2020, 235, 1425-1427

Crystal structure, Hirshfeld surface analysis, inter-action energy and DFT studies of
(2)-2-(2,4-di-chloro-benzyl-idene)-4-nonyl-3,4-di-hydro-2-1,4-benzo-thia-zin-3-one. Acta
Crystallographica Section E: Crystallographic Communications, 2020, 76, 281-287

Syntheses and crystal structures of 2,2,5-trimethyl-1,3-dioxane-5-carb-oxy-lic acid and
2,2,5-trimethyl-1,3-dioxane-5-carb-oxy-lic anhydride. Acta Crystallographica Section E: 0.7
Crystallographic Communications, 2020, 76, 86-90

Crystal structure, Hirshfeld surface analysis and inter-action energy, DFT and anti-bacterial activity

studies of ethyl

2-[(2)-2-(2-chloro-benzyl-idene)-3-oxo-3,4-di-hydro-2-1,4-benzo-thia-zin-4-yl]acetate. Acta

Crystal structure, Hirshfeld surface analysis and DFT studies of
6-bromo-3-(12-bromo-dodec-yl)-2-(4-nitro-phen-yl)-4-imidazo[4,5-]pyridine. Acta Crystallographica 07 2
Section E: Crystallographic Communications, 2020, 76, 677-682

Crystal and molecular structure of [Ni{2-HNC(=O)CHN}(HO)][Ni{2,6-(OC)CHN}]#.67HO; DFT studies

on hydrogen bonding energies in the crystal. Acta Crystallographica Section B: Structural Science,
Crystal Engineering and Materials, 2020, 76, 591-603

Crystal structure, Hirshfeld surface analysis and DFT study of
6-bromo-3-(5-bromo-hex-yl)-2-[4-(di-methyl-amino)-phen-yl]-3-imidazo[4,5-]pyridine. Acta 07 1
Crystallographica Section E: Crystallographic Communications, 2020, 76, 1234-1238

Synthesis and crystal structure of (E)-1-benzyl-3-(4-methoxystyryl)quinoxalin-2(1H)-one,
C24H20N202. Zeitschrift Fur Kristallographie - New Crystal Structures, 2020, 235, 1323-1325

Synthesis and crystal structure of 2-azido-N-(4-nitrophenyl)acetamide, CBH7N503. Zeitschrift Fur

Kristallographie - New Crystal Structures, 2020, 235, 1429-1430 02 0

Crystal structure and Hirshfeld surface analysis of hexyl

1-hexyl-2-oxo-1,2-di-hydro-quinoline-4-carboxyl-ate. Acta Crystallographica Section E:
Crystallographic Communications, 2020, 76, 642-645

Crystal structure, Hirshfeld surface analysis and inter-action energy, DFT and anti-bacterial activity
studies of ()-4-hexyl-2-(4-methyl-benzyl-idene)-2-benzo[][1,4]thia-zin-3(4)-one. Acta 0.7
Crystallographica Section E: Crystallographic Communications, 2020, 76, 889-895

Synthesis and HSA-interaction of a new mixed ligand Cu-isothiosemicarbazonato complex with

adenine nucleobase. Polyhedron, 2020, 179, 114357
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Synthesis of a novel phenytoin derivative: Crystal structure, Hirshfeld surface analysis and DFT

316 calculations. Journal of Molecular Structure, 2020, 1205, 127630 34 22

Group 10 Metal Dithiolene Bis(isonitrile) Complexes: Synthesis, Structures, Properties, and
Reactivity. Organometallics, 2020, 39, 2854-2870

. Insights into the crystal structure of two newly synthesized quinoxalines derivatives as potent
314 inhibitor for -Jun -terminal kinases. Journal of Biomolecular Structure and Dynamics, 2020, 1-18

Syntheses of N-substituted benzimidazolone derivatives: DFT calculations, Hirshfeld surface
analysis, molecular docking studies and antibacterial activities. Journal of Molecular Structure, 2020,
1200, 127174

1 Synthesis, Crystal Structure, DFT Calculations and Hirshfeld Surface Analysis of
3 5-Bromo-1-decyl-2,3-dihydro-1H- indolin-2-one. Journal of Chemical Crystallography, 2020, 50, 330-337
A newly synthesized 6-methyl-7,8,9-[1,2,4]triazolo[4,3-][1,2,4]triazepin-8-one for potential inhibitor
of adenosine A1 receptor: a combined experimental and computational studies. Journal of
Biomolecular Structure and Dynamics, 2020, 38, 3578-3586

Synthesis, biological activity and molecular modeling of a new series of condensed 1,2,4-triazoles.

Bioorganic Chemistry, 2019, 92, 103193 51 11

Dodecaphenyltetracene. Angewandte Chemie, 2019, 131, 2857-2859

Synthesis, spectroscopic characterization, thermal, XRD crystal structure, the PLATON structural
308 analysis, and theoretical studies of a new 1,2,4-triazolo-[1,5-a]pyrimidines derivatives. Journal of 3.4 8
Molecular Structure, 2019, 1184, 12-24

HSA-interaction studies of uranyl complexes of alkyl substituted isothiosemicarbazone. Journal of
Molecular Structure, 2019, 1193, 53-61

Binding Properties and Supramolecular Polymerization of a Water-Soluble Resorcin[4]arene. 5
Organic Chemistry Frontiers, 2019, 6, 1236-1243 > 3

An inorganic-organic hybrid supramolecular framework based on the fMoQ] cluster and cobalt
complex of aspartic acid: X-ray structure and DFT study. Acta Crystallographica Section C, Structural
Chemistry, 2019, 75, 469-477

Synthesis, crystal structure, spectroscopic characterization, Hirshfeld surface analysis, molecular
304 docking studies and DFT calculations, and antioxidant activity of 3.4 19
2-ox0-1,2-dihydroquinoline-4-carboxylate derivatives. Journal of Molecular Structure, 2019, 1188, 255-268

Regioselective synthesis of new 5H,10H-dipyrimido[2,1-b:4?,5?-d][1,3]thiazine: a combined
experimental and computational study. Journal of Sulfur Chemistry, 2019, 40, 265-276

Synthesis, anticancer evaluation inlVitro, DFT, Hirshfeld surface analysis of some new

302 4-(1,3-benzothiazol-2-yl)-3-methyl-1-phenyl-4,5-dihydro-1H-pyrazol-5-one derivatives. Journal of 3.4 7
Molecular Structure, 2019, 1198, 126910
Synthesis, structural and molecular characterization of

2,2-diphenyl-2H,3H,5H,6H,7H-imidazo[2,1-b][1,3]thiazin-3-one. Journal of Molecular Structure, 2019,
1197, 369-376

A Simple, Serendipitous Synthesis of Heterohexahelicenes. European Journal of Organic Chemistry,

390 2019, 2019, 6534-6538 32

Crystal structure and Hirshfeld surface analysis of a new benzodiazepine derivative:

4-di-chloro-methyl-2,3-di-hydro-1-1,5-benzodiazepin-2-one. Acta Crystallographica Section E:
Crystallographic Communications, 2019, 75, 33-37
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Synthesis, crystal structure, DFT calculations and Hirshfeld surface analysis of
2-(1-decyl-2-oxo-indolin-3-yl-idene)propanedi-nitrile. Acta Crystallographica Section E: 07 3
Crystallographic Communications, 2019, 75, 21-25

Crystal structure and Hirshfeld surface analysis of
3,4-dihydro-2-(2,4-dioxo-6-methylpyran-3-ylidene)-4-(4-pyridin-4-yl)-1,5-benzodiazepine. Acta

Crystallographica Section E: Crystallographic Communications, 2019, 75, 94-98

Crystal structure and Hirshfeld surface analysis of
-{2-[()-(4-methyl-benzyl-idene)amino]-phen-yl}-2-(5-methyl-1--pyrazol-3-yl)acetamide hemihydrate. oy 8
Acta Crystallographica Section E: Crystallographic Communications, 2019, 75, 154-158

Crystal structure, Hirshfeld surface analysis and inter-action energy and DFT studies of
3-{(2)-2-[(2,4-di-chloro-phen-yl)methyl-idene]-3-oxo-3,4-di-hydro-2-1,4-benzo-thia-zin-4-yl}propane-nitrile>.7
Acta Crystallographica Section E: Crystallographic Communications, 2019, 75, 721-727

Crystal structure and DFT study of benzyl 1-benzyl-2-oxo0-1,2-di-hydro-quinoline-4-carboxyl-ate. o
Acta Crystallographica Section E: Crystallographic Communications, 2019, 75, 980-983 74

Crystal structure, Hirshfeld surface analysis and inter-action energy and DFT studies of
2-chloro-ethyl 2-oxo-1-(prop-2-yn-1-yl)-1,2-di-hydro-quinoline-4-carboxyl-ate. Acta Crystallographica
Section E: Crystallographic Communications, 2019, 75, 1411-1417

Crystal structure and Hirshfeld surface analysis of
-(-but-yl)-2-(phenyl-ethyn-yl)imidazo[1,2-]pyridin-3-amine. Acta Crystallographica Section E: 07 2
Crystallographic Communications, 2019, 75, 1564-1567

Crystal structures of two charge-transfer com-plexes of benzo[1,2-:3,4-05,6-Mtri-thio-phene (-BTT).
Acta Crystallographica Section E: Crystallographic Communications, 2019, 75, 1573-1577

5-{[(2-Hydroxyethyl)sulfanylJmethyl}quinolin-8-ol. /UCrData, 2019, 4, o7 2

Crystal structure and Hirshfeld surface analysis of

5-[(5-nitro-1-indazol-1-yl)meth-yl]-3-phenyl-4,5-di-hydro-isoxazole. Acta Crystallographica Section E:
Crystallographic Communications, 2019, 75, 71-74

Crystal structure, Hirshfeld surface analysis and DFT study of
(2)-2-(4-fluoro-benzyl-idene)-4-(prop-2-yn-1-yl)-3,4-di-hydro-2-1,4-benzo-thia-zin-3-one. Acta 07 5
Crystallographica Section E: Crystallographic Communications, 2019, 75, 372-377

Ethyl 2-(4-benzyl-3-methyl-6-oxo-1,6-dihydropyridazin-1-yl)acetate: crystal structure and Hirshfeld

surface analysis. Acta Crystallographica Section E: Crystallographic Communications, 2019, 75, 392-396

Crystal structure, Hirshfeld surface analysis and DFT study of
(2)-2-(2,4-di-chloro-benzyl-idene)-4-[2-(2-ox0-1,3-oxazolidin-3-yl)eth-yl]-3,4-di-hydro-2-1,4-benzo-thia-zindsone.;5
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