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GRAPHICAL ABSTRACT METHODOLOGY RESULTS AND ANALYSIS
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INTRODUCTION

Xanthorrhizol (XNT) is a type of bisabolene sesquiterpenoids and can be
Isolated from rhizome part of Curcuma xanthorrhiza essential oilt. Various
biological activities of XNT were reported in literature, including anti-inflammatory
properties through Inhibition of pro-inflammatory enzymes, such as
cyclooxygenase (COX) and inducible nitric oxide synthase (INOS)2. Due to its
small molecular weight (MW = 281.33 g/mol) and biological benefits, XNT Is a
suitable candidate to be further optimized as a more potent drug compound.
Preliminary in vitro and in silico inhibitory studies showed that XNT exhibited low
activity (8.79 % inhibition at concentration 100 pg/mL, binding energy = -6.5
kcal/mol) towards hyaluronidase (Hyal), an enzyme responsible for the

- .!\

552 Binding energy = -8.5 kcal/mol

CONCLUSION

e 1295 derivatives were successfully generated by modifying the -OH group of XNT using in silico FBDD approach

e Substitution to pentacyclic ring fragment improved the binding affinity towards Hyal and were also predicted to satisfy all the important
parameters for drug absorption in human body.

e Through the incorporation of computational tools , this work greatly helped in the exploration of chemical space for site-targeted drug
design as well as providing a more efficient approach in term of time and cost consumption for drug modification towards more potent

Site-targeted docking
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3. In silico ADME prediction using
SwissADME tools
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degradation of hyaluronic acid (HA), resulting in the formation of small, low- | i .
. . . . . OR | | drug candidates.

molecular weight hyaluronic acid fragments that can induce inflammatory i |
response towards human body3. In this study, in silico fragment-based drug i E | R E FE R E N C ES AC K N OW LE D G E M E NTS
design (FBDD) approach was utilized to optimize XNT by modifying the hydroxy | | ;
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Magnetic Halloysite Nano Clay lon Imprinted Polymers.
nyeleti bridget Mabaso

university of johannesburg, South Africa

P100 Versatility Of Cellulose Stimuli Responsive Membranes In The Detection Of Dimethylamine Health and Wellbeing
Edwin Madivoli
JKUAT, Kenya

P101 A New Phenanthrene Derivative From Entada Abyssinica With Antimicrobial Property Biodiversity and Natural Products
LARISSA MAGNIBOU MEKONTSO
University of Ngaoundéré, Cameroon

P102 Theoretical Investigation On 2D Materials For Ambient Nitrogen Fixation Energy and Materials
Ashakiran Maibam
National Chemical Laboratory and RMIT University, Australia
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P103

Tracking The Proton In Non-Aqueous Electrolytes For High Temperature Fuel Cell Applications.
Sourav Maiti
STFC, Rutherford Appleton Laboratory, United Kingdom

Energy and Materials

P104

Microwave-Assisted Vitamin C-Induced Simple Synthesis Of Enamine
Suman Majee
AMITY INSTITUTE OF CLICK CHEMISTRY RESEARCH & STUDIES, India

Green Chemistry and Catalysis

P105

Photodynamic Activity Of Novel Porphyrin Conjugates Against Biofilms In Water Storage Systems
Muthumuni Managa
University of South Africa, South Africa

Water and Environmental Chemistry

P106

Effective Photocatalytic Sea Water Splitting
Rohit Mann
Tata Institute of Fundamental Research, India

Energy and Materials

P107

Versatile Atom-Economical & Benign Approach Towards Solvent/Temperature Dependent Ni-Catalyzed Unique
Switching Heterocyclization From Phthalaldehyde And Amines

Anindya Sundar Manna

UNIVERSITY OF CALCUTTA, India

Green Chemistry and Catalysis

P108

Oxidative Transformation Of Phenols And Naphthols On Metal-Oxide Supported Bimetallic Noble Metal
Nanocatalysts

Mabuatsela Maphoru

Tshwane University of Technology, South Africa

Green Chemistry and Catalysis

P109

Cv And Dft Of Terpyridine Ligands
Nandisiwe Mateyise
University of the Free State, South Africa

Energy and Materials

P110

Synthesis And Application Of A New Class Of Cross-Conjugated Mesomeric Betaines As Semiconducting
Materials

Chandani Mathur

IIS (Deemed to be University), Jaipur, India

Energy and Materials
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P111

Chemistry And Aerodynamic Performance Of Ipratropium Microcrystals — An Experimental Approach
Piyush Mehta
Cipla R&D, India

Health and Wellbeing

P112

Sorption, Chromatographic, Spectroscopic And Chemometric Analysis Of Oil Residues In Contaminated Soils In
The Niger Delta Region Of Nigeria

Nnamdi Menkiti

Ahmadu Bello University, Nigeria

Water and Environmental Chemistry

P113

Mycochemical Screening And Antioxidant Properties Of Some Potential Medicinal Mushrooms In The Central
Region Of Ghana

Faustina Mensah

UCC, Ghana

Biodiversity and Natural Products

P114

Extraction And Quantification Of Triclosan In Wastewater Samples Using Molecularly Imprinted Membrane
Adsorbent

Siyabonga Aubrey Mhlongo

University of South Africa, South Africa

Water and Environmental Chemistry

P115

Solar Light-Irradiated Photocatalytic Degradation Of Diazinon By An Efficient Carbon And Nitrogen Codoping
Titanium Dioxide Buoyant Photocatalyst.

Nurul Hidayah Mohamad Idris

Universiti Sains Malaysia, Malaysia

Water and Environmental Chemistry

P116

Computational Studies Of The Properties Of 1,3-Bis(Borane)lmidazolidine Adduct For Chemical Hydrogen
Storage Systems

Fathima Rifana Mohamed Irfan

University of Canterbury, New Zealand

Energy and Materials

P117

Azomethine Ylide Mediated Metal-Free Cyclization Via C-C/C-N Coupling
Sabir Ali Molla
UNIVERSITY OF CALCUTTA, India

Green Chemistry and Catalysis
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P118

Phytochemical Study And Evaluation Of The Antimicrobial Activities Of The Leaves Extracts Of Bersama Biodiversity and Natural Products
Engleriana (Melianthaceae)

Jean Momeni

The University of Ngaoundere, Cameroon

P119

Synthesis, Immobilization, And Characterization Of Palladium Complexes For Suzuki-Miyaura Coupling Green Chemistry and Catalysis
Reactions

Motheba Mosiuoa

National University of Lesotho, Lesotho

P120

Combined Electrochemical Degradation And Adsorption Treatment For Removal Of Vocs In Wastewater Water and Environmental Chemistry
Samples

Anita siphe Mramba
TUT, South Africa

P121

Redox Behavior Of First Row Group 7, 8 And 9 Transition Metal Complexes Containing Substituted Bipyridines | Energy and Materials
And Phenanthrolines.

Zinhle Mtshali

University of the Free State, South Africa

P122

Tds Sensor & Arduino Interfacing For Water Quality Monitoring In Lahore Water and Environmental Chemistry
MUHAMMAD FURQAN MUGHAL
INSTITUTE OF CHEMICAL ENGINEERING & TECHNOLOGY , UNIVERSITY OF THE PUNJAB ,LAHORE, Pakistan

P123

The Occurrence And Distribution Of Mercury In Selected Namibian Areas Affected By Mining Activities Water and Environmental Chemistry
Mary Mutwa
Namibia University of Science and Technology, Namibia

P124

Structure-Property Relationships In Molecular Electronics Energy and Materials
Masnun Naher
The University of Western Australia, Australia
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P125 Search For Antiplasmodial Compounds From The Stem Barks Of Two Cameroonian Zanthoxylum Species: Z. Biodiversity and Natural Products
Gilletii And Z. Dinklagei (Rutaceae)
Ikome Nalova Hermia
Researcher, Cameroon
P126 An Overview Of Ceo, Based Nanomaterials In Biomedical Technology Food and Agriculture
Newton Neogi
Shahjalal University of Science and Technology, Bangladesh
P127 Utilization Of Cnt Polymer Based Nanomaterials In Different Sectors: A Review Energy and Materials
Newton Neogi
Shahjalal University of Science and Technology, Bangladesh
P128 An Overeview Of Utilizations Of Nanocellulose Nanocomposites In Food Sectors Health and Wellbeing
Newton Neogi
Shahjalal University of Science and Technology, Bangladesh
P129 Mine Water Treatment Using High Density Sludge: A Computational And Experimental Approach Water and Environmental Chemistry
Khathutshelo Netshiongolwe
University of Venda, South Africa
P130 Recent Advances With Zno Nanoparticles For Water Treatment. Water and Environmental Chemistry
Sabbir Hossain Nipu
Shahjalal University of Science and Technology, Bangladesh
P131 Removal Efficiency Of Pb(li) And Cd(li) Metal lons From Waste Water By Using Unmodified Jack Sawdust. Water and Environmental Chemistry
Thamudi Niumalee
Institute of Chemistry Ceylon, Sri Lanka
P132 Room Temperature Stabilization And Synthesis Of Nanostructured Polyamic Acid Membranes For Water Water and Environmental Chemistry

Purification.
Naumih Noah
United States International university, Kenya
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P133 Synthesis And Characterisation Of An Activated Carbon-Ag-Sio, Nanocomposite For Removal Of Heavy Metals | Water and Environmental Chemistry
And Organic Waste From Water
James Nyirenda

The University of Zambia, Zambia

P134 Kinetics Of A-Glucosidase Inhibition By Alkaloids And Phenolics From Zanthoxylum Chalybeum Root Bark Biodiversity and Natural Products
Daniel Nyongesa
Maseno University, Kenya

P135 Prunus Africana As Chemopreventive And Chemotherapeutic Agent For Prostrate Cancer: A Computational Health and Wellbeing
Approach

Nnenna Odozi

University of Ibadan, Nigeria

P136 Phytotoxic And Lethal Impacts Of A Potential Covid-19 Drug In A Simulated Aquatic Ecosystem Water and Environmental Chemistry
Elizabeth Omotola
Tai Solarin University of Education, Nigeria

P137 Reforming Wood Preservative Delivery Approaches: Employment Of Nanoparticles And Self-Emulsifying Drug Biodiversity and Natural Products
Delivery Systems.
Zhexun Ong
Universiti Sains Malaysia, Malaysia

P138 Application Of Melon Husk Adsorbent For The Removal Of Rhodamine 6G From Aqueous Solutions: Water and Environmental Chemistry

Optimization, Isotherm, Kinetic, And Thermodynamic Study
Chionyedua Theresa Onwordi
Lagos State University, Nigeria

P139 Assessment Of Batch Experiments On The Removal Of Methylene Blue Dye From Aqueous Solution Using Low- | Water and Environmental Chemistry
Cost Bioadsorbent Fish Scales
Olawale Osifeko

Lagos State University, Nigeria
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P140 Influence Of Triethanolamine On The Ideality Of Mixed Micelles Of Quaternary Surfactants At Different Energy and Materials
Temperatures: Conductometric Investigation
Medinat Osundiya

Lagos State University, Nigeria

P141 Assessment Of Arsenic, Cadmium And Lead In Snuff In The Ashanti Region Of Ghana Food and Agriculture
Judith Odei Owusu-Asante
CSIR-FORIG, Ghana

P142 Experimental And Computational Study Of Umpolung N-Bromoamines; Organocatalytic Bromination Of Olefins | Green Chemistry and Catalysis
Jeetendra Panda
NATIONAL INSTITUTE OF TECHNOLOGY ROURKELA, India

P143 Mechanistic Dichotomy In The Solvent-Dependent Access To E Vs. Z-Allylic Amines Via Decarboxylative Green Chemistry and Catalysis
Vinylation Of Amino Acids.
Santanu Panda

IIT KHARAGPUR, India

P144 Evaluation Of Traditional Indian Food Grain As Neutraceutical And Its Role In Amleoriation Pcos Associated Health and Wellbeing
Symptoms
Mala Parab
D Y Patil Deemed to be University, School of Biotechnoogy and Biounformatics, India

P145 Template-Free Electrochemical Deposition Of Tellurium Nanowires With Eutectic Solvents Green Chemistry and Catalysis

Samuel Perry
University of Southampton, United Kingdom

P146 Polyethyleneimine Stabilized Silver Nanoparticles As An Efficient And Selective Colorimetric Assay For Water and Environmental Chemistry
Promethazine
Daim Asif Raja
H.E.J research Institute of Chemistry University of Karachi, Karachi, Pakistan, Pakistan
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P147 Assessment And Improvement Of Quality Of Treated Wastewater From Hantana Sewage Treatment Plant Water and Environmental Chemistry
Using Biochar

Lakshika Thilini Rajapaksha

National Water Supply and Drainage Board, Sri Lanka

P148 Assessment Of Selected Heavy Metals Levels And Its Associated Health Risk In Commonly Consumed Water and Environmental Chemistry
Vegetables In A Farmland In Awe Town, Oyo State.
Azeezat Ayannike Rasheed-Adeleke

The Polytechnic, Ibadan, Nigeria

P149 A Comparative Study Between Amorphous And Crystalline Transition Metal Oxides As Catalysts For The Green Chemistry and Catalysis
Oxygen Evolution Reaction
Bibisomaia Rezaee

York University, Canada

P150 Recent Advances And Challenges With Mof Based Nanomaterials In Food Industry. Food and Agriculture
Reazul Hasan Riyan
Shahjalal University of Science and Technology, Bangladesh

P151 Utilization Of Metal Organic Framework In Water Treatment: A Review Water and Environmental Chemistry
Reazul Hasan Riyan
Shahjalal University of Science and Technology, Bangladesh

P152 An Exploratory, Experimental And Dft Study Of Three Small Molecular Copper(li) Sensors Health and Wellbeing
Tahjna Robertson
University of the West Indies, Mona, Jamaica

P153 Structural Analysis Of Commercially Available Agrochemicals By lon Mobility - Mass Spectrometry Food and Agriculture
Olivia Rusli
UNSW, Australia
P154 Sulfamic Acid-Mediated Dehydrative Substitution Reaction Of Benzofuryl Alcohols In Water To Access Green Chemistry and Catalysis

Unsymmetrically Substituted Triarylmethanes..
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Satyajit Saha
Institute of Chemical Technology, India

P155 A Bee-Line Approach To Access Organocatalysts; Chemoselective & Time Driven, O-Functionalisation Of Green Chemistry and Catalysis
Prolinol

Jigyansa Sahoo

National Institute of Technology Rourkela, India

P156 The N-Formamide As Carbonyl Precursor In The Catalytic Synthesis Of Passerini Adducts Under Aqua And Green Chemistry and Catalysis
Mechanochemical Conditions.

Sodeeq Salami

Rhodes University Grahamstown, South Africa

P157 Occurrence And Distribution Of Organophosphate Pesticides Residues In Vegetable And Soil From Akufo Farm | Food and Agriculture
Settlement In Ido Lg Area Of Oyo State, Nigeria
Ibrahim Aderemi Salaudeen

The Polytechnic Ibadan, Oyo State Nigeria, Nigeria

P158 Folding Of Aromatic Polyamides Into A Rare Intrachain B-Sheet Type Structure And Further Reinforcement Of Energy and Materials
Secondary Structure Through Host-Guest Interactions
Subhendu Samanta

Indian Institute of Science Education and Research Mohali, India

P159 Bimolecular Nucleophilic Substitution Reactions Of Organophosphorus Compounds Green Chemistry and Catalysis
Nandini Savoo
University of Mauritius, Mauritius

P160 Evaluating The Effectiveness Of Sepiolite Clay In The Removal Of Heavy Metals From Freshwater Systems Water and Environmental Chemistry
Irja Shaanika
Namibia University of Science and Technology, Namibia
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P161 Synthesis And Characterization Of Slow-Release Nitrogen Fertilizer And Its Effect On The Growth Of Vigna Food and Agriculture
Radiata L.
Avimanu Sharma
Central University of Rajasthan, India

P162 Dft/B3Lyp And Bp86 Examination Of Mononuclear Half-Sandwich Nd” Metallo Anticancer Drug Complexes Health and Wellbeing
Based On Dendritic Scaffolds.
NDIKA NGOMB Simon Claude
university of douala, Cameroon

P163 Multielectron Redox Afforded By A Pincer Ligand Promoting Kumada Cross-Coupling Reactions Green Chemistry and Catalysis
Vikramjeet Singh
Indian Institute of Science Education and Research, India

P164 New Copper (li) Complex [C14 H10 Cu O4] Synthesized By Metal Complex & Characterized By Elemental Energy and Materials
Analysis P212121 Molecular Docking Molecular Interactions
Kadhiravan Sivasamy
Swami Dayananda College of Arts & Science, India

P165 Polycyclic Aromatic Hydrocarbons In Breast Milk Of Nursing Mothers: Correlates With Household Fuel And Health and Wellbeing
Cooking Methods Used In Uganda, East Africa
Patrick Ssebugere
Makerere University, Uganda

P166 Towards The Development Of Novel Intelligent Antibacterial Coatings Water and Environmental Chemistry
Tahnim Sultana
RMIT University, Australia

P167 Influence Of Multiplicity On Ndx (X= 6, 7 And 8) Transition Metal Chelating Properties Of Glyoxime Derivatives | Health and Wellbeing

In Aqueous Solution: Dft, Qtaim Assessment.
DJENDO MAZIA SUZANE LEONIE
UNIVERSITY OF DOUALA, Cameroon
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P168 Galactose Oxidase: Biocatalytic Secondary Alcohol Oxidation Toward Sustainable Bio-Manufacturing Of Green Chemistry and Catalysis
Pharmaceuticals
Dillon Tay
Institute of Sustainability for Chemicals, Energy and Environment, Singapore
P169 Design Of Xanthorrhizol Derivatives Using In Silico Fragment Based Drug Design (Fbdd) Approach As Biodiversity and Natural Products
Hyaluronidase Inhibitors
Tengku Kamilah Tengku Nazmi
International Islamic University Malaysia, Malaysia
P170 Surface Structure And Electrochemical Activity Of Fe, Cu And Ni Substituted Cobalt Spinel Oxide Catalysts For Green Chemistry and Catalysis
Efficient Water Splitting
Sreena Thekkoot
York University, Canada
P171 Green Synthesis Of Promising Antimicrobial N-Substituted Chromene Aryl Sulfonamaide Scaffolds Using Green | Green Chemistry and Catalysis
Fe@Si-ll Catalyst.
Ajay Kumar Tiwari
Uttarakhand State Council for Science and Technology, Dehradun, India
P172 Sulfur Copolymers For Thermal Imaging And Clandestine Surveillance. Energy and Materials
Samuel Tonkin
Flinders University, Australia
P173 The Impact Of Fuel Depot And Tankers Activities On The People And The Environment: A Case Study Of ljegun Water and Environmental Chemistry
Egba Community, Local Government Area, Lagos, Nigeria.
Oluwakemi Tovide
Lagos State University, Nigeria
P174 An Amplified Electrochemical Interferon-Gamma Aptasensor Based On Chitosan-Copper Indium Zinc Sulfide Health and Wellbeing

Nanocomposite
Onyinyechi Vivian Uhuo
University of the Western Cape, South Africa




- 2/ 3rd Commonwealth Chemistry Posters
Z N Building Networks to Address the Goals %

28-29 September2022 —s=== .&'—E‘—

P175 Phyllanthus Amarus As A Potential Drug Candidate For The Management Of Hepatitis B Biodiversity and Natural Products
Patience Usman
Federal University of Technology Owerri, Nigeria

P176 Electrochemical Oxidation Of Formic Acid On Wc Supported Pd Nanocatalysts Prepared By Atomic Layer Energy and Materials
Deposition

Nestor Uwitonze

UNIVERSIYT OF RWANDA, Rwanda

P177 Photocatalytic Co, Hydrogentaion By “Hot Electrons” Of Plasmonic Black Gold-Nickel Energy and Materials
Rishi Verma
Tata Institute of fundamental Research, India

P178 Ultrasonication-Assisted Preparation Of Oxygen-Vacancy-Rich Cuo/Cf Monolith Electrode: Boosting Selective Energy and Materials
Oxidation Of Alcohols To Value-Added Chemicals.
Faiza Wahad

Government College University, Pakistan

P179 Evaluation And Confirmation Of Insect Vectors That Transmit Banana Wilt Associated Phytoplasma Food and Agriculture
Todon Wimijah
University of Goroka, Papua New Guinea

P180 Magnetic Framework Composites For Efficient Co, Capture & Release Energy and Materials
Luke Woodliffe
University of Nottingham, United Kingdom

P181 Optoelectronics And Photocatalytic Potential Of Metal-Free Diamondoids — A Time-Dependent Density- Energy and Materials
Functional Theory Study

Aminu Yusuf

University of Canterbury, New Zealand

P182 Synthesis And Characterization Of Nickel Foam Supported Electrocatalysts For Energy Conversion And Storage | Energy and Materials
Samman Zafar
Government College University Lahore, Pakistan




e Y 3rd Commonwealth Chemistry Posters
Z @;\m Building Networks to Address the Goals

28-29 September2022 —s===

P183 Phytochemical Constituents And Antimicrobial Activity Of Lippia Multiflora And Combretum Glutinosum Plants | Biodiversity and Natural Products
Used As Medicinal Plants In The Gambia
Fatou Faal

University of The Gambia, Gambia

P184 Assessment Of E-Coli And Ph Of Well Water — A Case Study Of Nyambai Town, The Gambia Water and Environmental Chemistry
Oladele Oyelakin
University of The Gambia, Gambia

P185 Phytochemical Evaluation Of Selected Medicinal Plants In The Gambia Biodiversity and Natural Products
Alhagie Drammeh
University of The Gambia, Gambia

P186 The Bioeconomic Production Of Lemongrass And Its Derivatives Food and Agriculture
Nikolai Holder
UWI Cavehill, Barbados

P187 Mercury Concentrations In Pacific Tuna And Its Relevance To The Minamata Convention: A Review Water and Environmental Chemistry
Sofia Shah

The University of the South Pacific, Fiji

P188 Recyclable Sulfur Polymers Synthesised By Electrochemical Induced Ring Opening Polymerisation Green Chemistry and Catalysis
Jasmine Pople
Flinders University, Australia

P189 Production Of Ngali-Nut (Canarium Indicum) Spread With Flavoury Food and Agriculture
Madeline Kili Solo
Solomon Islands National University, Solomon Islands

P190 Activation Of Putative Silenced Secondary Metabolite Gene Clusters In Coprinus Lagopus Using Uv Blue Light Health and Wellbeing
And Fungi-Bacteria Co-Culture Approaches
Winnifred Duk

University of Goroka, Papua New Guinea
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