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O cand|date passil Bacharelado e Quimica, Blologia, Gengrafia - Unlversey of peshawap [2000),
Mestrade: em Quimica - University of peshawar (2002) & PhD. eiry Qulimica - Huazbiong University of
Science and Technology (#012). Ele completoy és pos-douomades em Quimica no Instituto de
Quirmica, Universidade Federal de Mato Groseo do S0, Campa Grande, Brasl| (2015-16), na Escola de
Quirmica = Engesiharia Quimic, Universidade de Gusngs, Nanning, China (2017-2019 ) o Instibits ds
Quiimbca, Unlverskfade Federal de Santa Cataring, Florandpalls, Dragil (2022), Mém dissy, o candldato
possul maks de 7 anod de ewperkEnca docente (Quimicz pars alunbs de Bacharelacs, Mestradn =

Deutoradn) em trés renomadas unhersidotes no Paguistao & mo Brasl, Além disss, & amor de 70

artigos (35 mmo autor  poncpsE cpu autor  correspondente]  em revistas O reEpome
intemaoonal Atualments, (Texto informado Eolo sator)
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Pos-doutorado

2008 - 2012

Doutorade em Chemistry.
wazhona  University aof Sclence  and
Technology, HUST, China.
Jtuh: ﬁm and Synthesls of Gadolinlum
E CntI as Magnetic Resopance
maging (MRI) Contrast Agants Ano  de
ubtenr;ari: (112,
Orientadar: Prof. Dr. Yu Kalchao,
E-ﬁ!siﬁm dofa); China Scholarship Council, C8C,
na.

2000 - 2002

Mestrado em Chemistry,

University of peshawar, UOP, Paguistao.

Titulo; Isolation and purlf‘lmhun of Matural
roducts, Ane de Obtencan: 2003,
rientador: Dr. Ghani Shah.

Coorientador: Dr. Fazal Wahid.

1998 - 2000

Graduacan em Chemistry, Blole ,Ge::grﬂ |
University of peshawar, r1||rLJ'::hF' Pné?q’r e

1996 - 1998

Ensine Madio [2° grau),
Board of ntennaduate and secondary
Educatian, Peshawar, Pakistan, BISE,
PESHAW,&R Faquistia.

1994 - 1996

Ensino Fundamental (17 %;au}
of  Intermed and  Secondary
Education, Peshawar BISE, PESHAWAR,

Paquistdo

2022 interrompida

Pos-Doutorado.

EPEPAR - Campus Apucarana, UMNESPAR,
r-

Bolsista_do(a): Sao Paulo State University,

LINESP, Brasil.

t:mnde area. Ciéncias Exatas e da Ters |
ainde Area: Ciéncias Exatas & da Terra [ Area:

uimica [ Subarsa: (immlta Medicinal,
nnr.:- de interrupgao:

2022 - 2022

Pés-Doutorado,

En;ﬁmidade Federal de Santa Catarina, UFSC,
p

Graride drea’ Cléncias Exatas e da Terra

Grande Area: Ciéncias Exatas e da Terma / Area:

Quimica / Subarea: Quimica Medicinal,

2017 - 2019

Pos-Doutorsdo.

Guangxi University, GXU

Bolsista do{a): Guangxi i.}nwersitﬁ GXU, China.

Grande grea: Qutros

Grande Area: Ciénaias Exatas e da Terra / Area:
uimica [ Subdrea: Quimica Orgénica |/

|3I|ti\ﬂe Quimica dos Produtos Naturais.
Grande Area: Tiéncias da Saude [ Ares;



Farmacia / Subarea: Quimica Farmaceutica
Medicinal.

2015 - 2016

Pas-Doulorado,
umwsrdade Federal de Matn Grossn do Sul,
LIFMS, Brasil,
Bolsista do(a); Conselho  MNacional de
Desenvolvimento  Cientifice e Teonologico,
CNP, Brasil

rande area: Ciéncias Exatas ¢ da Terra
Grande Area: Ciéncias da Saude /[ Area:
Farmacia | Subdrea; Quimica Fanﬂaceutlca
Medicinal.

Formacdo Cornplementar

2003 - 2004

Bachelor of Education. (Car I?a hordria: 18h).
Uiniversity of Peshawar, UOF, Paquistao,

Atuacdo Profissional

Universidade Federal de Palotas; UFFEL, Brasil,

Vincuio institucionnl

2023 - 2025

Vinculo:  Servidor Fub!tf.:n Enquadramenta
Funcional; Professor titular, Carga haoraria: 40,
Regime: Dedicacao exclusiva,

Insditute of Chemical Scientes, Univerzity of Peshawar, U0P, Paguittsn,

Vineuls institucional

2013 - 2014
Vincule:  Servidor Publico, Enquadramento

Furicional: Assistant Professor, Carga hordria!
40, Regime: Dedicacio exclusiva,

Sarhad Udiviersity of Scisnce mnd Information Techpoiogy Peahawar, Palistan, SULT, Paguistio,

Vincule institucional

2014 - 2015
Vinculp:  Servidor  Pablico, Enquadramento

Funcional: Assistant Professor, Carga horaria:
40, Regime: Dedicacio EIdUEWa

Sarhad University of Sclance & Information Technology, Peshawar, Pakistan, SUTT, Paguistio,

Vinculo institucional



2016 - 2017

Vincule:  Servidor Publico, Enquadramento
Furicionsl: Assistant Professor, Carda horaria:
40, Regime: Deditacdo exclusiva,

Chamistry Dopartmant, Sartsd Univarsity of Sclince & Informatian Technology. SUTT, Maqulsta

Vinculo Institucional

2019 - 2019

Vinculo: Servidor Publico, Enquadramento
Funcional: Assistant Professor, Carga hardria:
40, Regime: Dedicacio exciusiva.

Universidade Fodoral do Mato Groaso do Sul, UFMS, Brasid,

Vinculo institucional

2019 - 2021

Vinculn:  Servidor Poblico,  Enquadramento
uncional: Foreign visiting Professor, Carga
ordria: 40, Regime: Dedicagio exclusiva.

Projetos de pesquisa

2023 - Atual

Faciliating Technologies and New Catabysts in
the Synthesis of Heterocycles Functionalize
with Organochalcogen

Descrican: Com o aumente da demanda por
rodutos industrializados, as Olimas decadas
oram testemunhas da busea por processos
sustentaveis. Assim, 2 arte e a sofisti 0
para  preparar  moleculas  alve  svoluiu
drasticaments, surgindo novos  dispositivos,
denominados TEnabling Technologies?, ou seja,
tecnologias  faclltadoras  que  tomam  mais
eficientes os protocolos sintéticos e a utilizacao
de catalisadores. Esta busca esta baseada nos
principias da quimica verde, bam como nos
ob!etiwﬁ de desenvolvimento sustentdvel
[ das Nacges Unidas.A combinacan das
tecnologias  faciltadoras  com  catalisadores
emergentes tem sido utilizada na sintese de
compastns  heterociclicos, devideo a ampla
utilizacdo  destes  alvos  nas  indlstrias
farmaceutica, agroquimica e corantes, O
projete visa avaliar e delinear catalisadores
emergentes na  sintese  de  compostos
heterociclicos funcionalizades com calcogenio
por meio de metodologias sintéticas classicas
2, principaimente, via tecnologias facilitadoras,
€omo a mecanoquimica e o sistema em fluxo,
devido a incipiéncia destas rotas sintéticas na
funcionalizacao de heterociclos com calcogenio,
Serac avallados catalisadores  emergentes
heterogéneos (e.g. acido sulfamico, pectina



funcionalizada, UHP-NiFe204, AuNPs) e
fotoredox {e.q. Ln-Fe) no intuito de produzir
protocolos mais seguros e viaveis. Para avaliar
a eficiencia das Tecnologies facilitadoras, e
proparcionar novas metodologias de otimizagao
e screening, esludos computacionals via _?
machine learming? ¢ modelos estatisticos serdo
utilizados, Ademais, para os estudos de
mecanismo de reacadn seraoc empregadas
ferramentas analiticas como a EMAR & a RMN
para a identificagdo de intermedidrios ¢, assim,
prover conhecimento sobre a reatividade das
reacoes  desenvolyidas. Qs produtos
sintetizados serfo aplicados em parcerias nas
areas de quimica medicinal e materiais no
intuito  de  fomentar o desenvolvimento
tecnologico e Inovacdo,,.

Situacao: Em andamento; Natureza: Pesquisa.

]ntfgrantes: Haroon Ur Rashid - Integrante /[
Mracio Santos da Silve - Coordenador / Llane
Krolow Soares - Integrante / Angelita Manke
Barcellos - Integrante / Robson da Silva Oliboni
- Integrante |/ Danlela Hartwig de Oliveirs -
Integrante / Thiago Barcellos - Integrante /
Juliano Alex Roebrs - Integrante / Filipe
Penteado - Integrante.

2013 - 2014

Membro de corpo editorial

Design, synthesis & bialogical activities of same
novel pyrimidine derivatives

Descricdo: Chalcones are 1, 3-diphenyl-2-
ropene-1-one, in which two aromatic rings are
inked by a three carbon with a, B- unsaturated
T, o SEFAL ang DyTheH proeis They
graup of natural and synthetic pro
are abundantly found in edible plants and are
regarded to be precursors for flavonoids
isoflavonoids. Chalcones are synthesized by
Claisen-Schmidt  condensation of  aromatic
aldehydes  and acetophenone followed by
dehydration. Chalcones haye been found to be
very useful for the synthesis of warl of
heterocyclic compounds. Pyrimidine derivatives
of cha are known 0 possess useful
biological activities, In the past few years, the
therapeutic interest of pyrimiding derivatives in
pharmaceutical and medicinal field has bee
given a great attention to the medicina
chemist, have been reported to possess
anti-nflammatory, anticancer,  aptibactenial,
pntifungal, antihypertensive, anticonvulsant,
antitubercular,  antimalarial  and  analgestic
Egpm-ties. The current project Is focused on
-synthesis of some novel, biologically active
g-fnmirﬂne derivatives of minimum side effects,.
ituacao: Concluldo; Natureza: Pesquisa,

Integrantes: Haroon Ur Rashid - Coordenador /
Ikhtiar Khan - Integrante.

2020 - 2021

Revisor de periddico

Pericdico: Biomed Research International

2021 - 2021



Periodico: CHEMOSPHERE (0045--653)
2020 - 2020

Periodico: Thin Solid Films
2020 - 2020

Periddico:  Joumal  of  Environmenta)
Managemeant

2021 - 2021

Periddica:  Enviromnmentzl  Technology &
Innovation

2021 - Atual

Periddico: Chemical Engineering Journal
2022 - Atual

Peridelico: BloMed Research International
2024 - Atual

Pericdico: Bicorganic Chemistry
2024 - Atual

Perididico: ChemistrySalect

2023 - Atual
Periodico: European Joumal of Medicinal
Chemistry

2021 - Atual
Peritdico: International Journal of Biological
Macromolecules

2020 - Atual
Periddico: Journal of Blomolecular Structure
and Dynamics

2022 - Atual
Periodico: Journal of the Brazilian Chemical
Society

2019 - Atual

Periddico: Molecular & Cellular Biochemistry
2018 - Atual

Periodico: Envirgnmental Management
2017 - Atual

Periéidico: Analytical Chemistry
2017 - Atual

Periédico: Energy & Fuels

2025 - Atual



Areas de atuacdo

Periodico: Joumal of Molecular Structure

v 5
Grande area: Ciénicias Exatas e da Terra / Area:
Quimica / Subarea: Quimica Medicinal,

Idiomas

Inglés
Compreende Bem, Fala Bem, Lé Bem, Escreve
Razoavelmente,

Chinés
Compreende Razoavelmente, Fala
Razoavelmente, L8 Razpavelmente, Escreve
Razoavelmentie,

Portugués
Compreende Razmavelmente, Fala
Rarcavelmente, L& Bem, Escreve Bam,

Urdu
Compreende Bem, Fala Bem, L& Bem, Escreve
Bem.

Pushto

Prémios e ttulos

Compreende Bem, Fala Bem, Lé Bem, Escreve
Razoavelmenie.

2015
2008
2007
Producbes
Producio bibliografica

Citacbes

PD] ? Pas - Doutorade Jinior,, CNPg.

Wan Cultural Exchange Scholarship for Ph.D,
Ministry of Education Pakistan and china
Scholarship Coundil P.R. China.

Indigenous  fellowship, Higher  Education
Comimission af Pakistan.



Web of Science

Total de trabalhos: 70 Total de ctacdes: 1669 Data: 04/06/2025
Heroon Ur Rashid
Google Scholar
Total de trabalhos: 70 Total de citagBes: 1670 Data: 06/05/2025

https://scholar google.com/citations2user=Zah7TmYAAAAI&H|=en

Artigos completos publicados em periodicos

RArdmnar poy

Tt Cronoidics v |

KHAN, KHALID ; RAHMAN, HABIB ; SHAH, TANZEEL ; RASHID,
HAROON UR ; AHMAD, NASIR : MUHAMMAD, AKHTAR ; UMAR,
MUHAMMAD NAVEED : GULFAM, NAILA ; ZAHOOR, MUHAMMAD
ULLAH, RIAZ ; ALIL, ESSAM | Investigating the Inhibitory Mechanism of
Eam—Sulf&natﬂ{allx[ﬂ]ﬁr&nﬁ agadinst Polymerase and Helicase of
ARS-CoV-2: Molecular Docking and Dynamics Simulation Studies.
JOURNAL OF THE BRAZILIAN CHEMICAL SOCIETYaem, v. 36, p. e-
20240108, 2025,

RASHID, HAROON UR; KH&N, SHER WALI ; LATIF, ABDUL ;
NAYAB, SAIRA ; UMAR, MUHAMMAD NAVEED ; SANA, FATIMA ; SHAH,
ABDUL BARI ; ZAHOOR, MUHAMMAD ; ULLAH, RIAZ ; ALT, ESSAM A .
Synthesls, In wvitro and In-silico evaluation of amide derivatives as
Ems_pectwe antimicrobial and antileishmanial agents, Future Medicinal

hemistryen, v. 17, p, 1-14, 2025,

JAN, MARWA ; SHAH, ABDUL BARI ; AL-JOUFI, FAKHRIA A, ;
ZAHDOR, MUHAMMAD ; ESA, MUHAMMAD ; RASHID, HAROON UR ;
GULFAM, NAILA : SHAHZAD, MUHAMMAD SAQIE . Isolation
characterization, antidiabatic and antityrosinase entials of
compounds isolated from Anabasis Articulata. Applied Ressarch
i, 'V 5, p. 100949-100949, 2025.

JAN, A, U, ; KHAN, K. ; SHAH, T. ; AHMAD, N, ; RASHID, H. UR.
. Density Functional Theory and Molecular Dockinig Inuastlg«laﬂun of
Selected NSAIDs against COX-1 and COX-2 Enzymes: Study of
Correlation  Between Computational and  Experimental Results.
?&BZHU%: THE ELECTRONIC JOURNAL OF CHEMISTRY =, v. 17, p. 7-



6.

7.

10.

W KHAN, SHER \WALT ; RASHID, HAROON UR ; NAYAR, SAIRA ;
HUSNA ; KHAR, MOMIN ; RASHEED, LUBNA . Synthesis, In Vitro, and
In Silice studies of imide denvatives of phthalic anhydride as potential
antimicrobial a?ems. COMPUTATIONAL BIOLOGY AND CHEMI iR,

v, 119, p. 108555, 2025,

KHAM, SHER WALT : MAYAB, S5ATRA ; UMAR, MUHAMMAD NAVEED
; KHAN, MOMIN ; 10BAL. ANILA ; AHMAD, NASIR : RASHID,
HARQOON UR ; SHAH, MUHAMMAD ISHAD ALI ; GULFAM, MAILA ;
ZAHOOR, MUHAMMAD : ULLAH, RIAZ ; ALT, ESSAM A. . Synthesis
characterization, and studies of movel glycoconjugates as potentia
antibacterial, antifungal, and antilelshmanial agents. Open Chemistry
i, V.22, P 1001515 chem=-20-20230195, 2024,

Jorge Juliana ; Fanti Del Pino Santos Kristiane ; Timoteo Fermanda ;
Rn?ﬂgn Plva %smnmlns Rafazl ; Ignacio ﬁgﬁia Cacergs Osmidr
Juliane Arantes Granja Isls ; DAVID, M. &, 1. ; Elias Allievi Frizon ‘I‘:a?u
; Di Maccan Botteselie Giancarlo ; Luiz Braga Antonio ; Saba Sumbal ;
ur Rashid Haroon* ; Rafigue Jamal . Recant Advances on the
Antimicrohial Activities of Schiff Bases and their Metal Complexes: An
Updated Overview. CURRENT MEDICINAL CHEMISTRYmm, v 31, p.
0-2344, 2024, Citagbes: ws o samu- 12 | SCoPUS 9

IHANG, X, ; MA, Y. SHI, Y. ¢ JIANG, L, ; WANG, L. ; RASHID,
UrR HAROON ; YUAN, M, ; LU, X. . Advances in liposomes 1ﬂade1§_
with photoresponse materials for cancer therapy. Blomedicine &
pharmacotherapy (Online)ex, v. 174, p. 116586, 2024. Citacoes:
wiE o snc - 9 | mOEPUSS

ZENG, FANKE ; WANG, FENG ; ZHANG, JIANING ; UR RASHID,
HAROON ; LI, XIN ; ZHANG, PENGFEL ; LUO, YUNRL ; WU, XINYU .
Inteqrating network pharmacology and experimental verification to
Investigate the pharmacologlcal mechanisms of Buzhong Yigi decoction
in the treatment of non-small cell Iung cancer, Chemical Biology & Drug
Designsa, v. 103, po elddld, 2024, CitacDes: wes o smmezs o |
SCOPUS 3

UR RASHID, HARQON; KHAN, SHERWALL ; [RUM ; KHAN, ASAD
: AHMAD, NASIR ; SHAH, TANZEEL ; KHAN, KHALID . Direct synthesis
r:haraa:teﬁzatmn, and studies of simple chakcones as putﬂnttai
antimicrobial and antlleishmanial agents. Royal Sodety Open Science
iem, 'y, 11, p. 240410, 2024, Citaghes: «m = w=wr- 2 | ScopUs 2



11.

12.

14,

15.

16.

17.

AHMAD, NASIR ; KHAN, KHALID ; KHAN, SHER WALl : UR
RASHID, HARCON' ; IRUM ; ZAHUOR, MUHAMMAD ; UMAR,
MUHAMMAD NAVEED @ ULLAH, RIAZ ; ALl, ESSAM A. . Homology

odeling and molecular docking study of corticotrophin-releasing
ofmone: An approach to tréat stress-related diseases. Open
Chamising e, v p. 20240069, 2024, Citaghes: wo o scemex = |

. AHMAD, NASIR ; KHAN, KHALID : RASHID, HAROON UR ;
KHAN, SHER WALL ; UMAR, MUHAMMAD NAVEED ; GULFAM, NAILA |
ZAHQOR, MUHAMMAD ; ULLAH, RIAZ ; ALI, ESSAM A. . Homology
modeling and malecular docking study of metabotropic glutamate
receptor 5 variant Fi an attempt to develop drugs for treabing CNS
diseages, Zeftschrift Fur Physikalische Chemle-Intarnational Journal Of
Research In Physical Chemistry & Chemical Physicssm, v. 238, p.
1551°-1577, 2024, Citagoes: sz oo~ 3 | sSCoPUS 1

KASHIF, MUHAMMAD ; NAZ, SUMAIRA ; ZAHOOR, MUHAMMAD ;
SHAH, SYED WADOOD ALT ; UDDIN, JAIAL : ESA, MUHAMMAD ; UR
RASHID, HAROON ; ULLAH, RIAZ ; ALOTAIBI, AMAL . Antioxidant
and antidiabetic potentials of methoxy-substituted Schiff bases using
?Edzr&@ij!}&tular simulation. approaches. Open Chemistryes, v, 22, p. 1-

KHAN, KHALID ; KHAN, ASAD ; KHAN, ATEEQ ; SHAH, TANZEEL ;
AHMAD, NASIR ; RASHID, HAROON UR : ZAHDOR, MUHAMMAD
ULLAH, RIAZ ; BARE, AHMED ; UMAR, MUHAMMAD NAVEED . In silicd
evalustion of favipiravir-associoted potential new drugs against
Egl_jmemsle enzyme of 5ARS-Cov-2, HELIYOMu=, v. 10, p. 79,

4, Citaghes: scuprus 1

SAID, GULAB : AHMAD, WAQAS ; JAN, MUHAMMAD 'rn_mcz ;
ZAHOOR, MUHAMMAD ; ULLAH, AZMAT : ULLAH, RIAZ : UMAR,
MUHAMMAD MAVEED : TOBAL, ZAFAR : UR RASHID, HAROON .
Remaval of metaldehyde pesticide from aquatic media wsing medified
cellulase  obtained fmmPuE_LrJ_kus nigraplant, as potential adsorbent.
PURE AND APPLIED CHEMISTRY xw, v, 96, p. 1789-1805, 2024,

ZENG, PANKE ; WU, XINYU ; CHEN, CHEN ; ZHANG, JIANING ;
RASHID, HAROON UR ; ZHANG, PENGFEL . Molecular Mechanisms o
Buzhang Yiai Decoction in the Treatment of Gastric Cancer, A Network
Fharmacology, Molecular Du:kinf ane In Vitro Experimental Analysis.
Peptide Scienresn, v, 116, p. & ﬁ?I, 2024,

KHAM, SOMA ; KHAN, KHALID ; SHAMH, TANZEEL ; UR RASHID,
HAROON' : AHMAD, NASIR @ MUHAMMAD, AKHTAR ; ZAHOOR,
MUHAMMAD ; UMAR, MUHAMMAD NAVEED ; ULLAH, RIAZ ; IQBAL,
ZAFAR , In sllico evaluation of the ootential anticancer effects of



18.

18,

20.

21.

22.

24,

Viscasine and Quercetin 7-rutinoside: inhibition of DEAD-box RNA
hellcase DDX3X and b-cell lymphoma-extra large (Bel-XL) activity.
CHEMICAL PAPERS jcm, v. 78, p. 9615-9626, 2024,

MARCOS ANGHINGNI, JOARD ; UR RASHID, HARDON : JDﬁ{.’J
LENARDAD, EDER ; SANTOS SILVA, MARCIO , 31 P Nuciear Magnetic
Resonance Spectroscopy for Manitoring Organic Reactions and Organic
Compounds. CHEMICAL RECORDam, v. 24, p. e202400132, 2024.

UR RASHID, HAROON; BOLZANI, VANDERLAN ; KHAN, KHALID
; DUTRA, LULZ ANTONID ; AHMAD, NASIR ; WADOOD, ABDUL .
Hmmnlngg Modiling of Alpha-Glucosidase from Candida  alblcans:

uence Analysis and Structural Validation Studies in silico. JOURNAL
OF THE BRAZIE[AN CHEMICAL SOCIETYwm, v. 35, p, 10.21577/0103-5-
1,:2023. Citaches: wm ey~ 3 | Bocopus 3

SHAH, ZAFAR ALI : KHAN, KHALID ; SHAH, TANZEEL ; AHMAD
NASIR ; MUHAMMAD, AKHTAR ; RASHID, HAROON UR . ‘Fiological
investigations of Aspergillus ficuum vig In vive, in vitro and in silica
analysés. Scientific Reportsss, v. 13, p. 17260, 2023. CitacOes:
WIS oF =i - 2 I BCLPLWE

W RASHID, HAROON UR, AHMAD, NASIR ; ABDALLA, MOHNAD
; KHAN, KHALID ; MARTINES. MARCO ANTOMIO UTRERA ; SHABANA,
SAMAH . Malecular docking and dTnam'r-:: simulations of Cefixime,
Etoposide and Nebrodenside A against the pa nic proteins of

-CoV-2, JOURNAL OF MOLECULAR STRUCTUREwm, v. 1247, p.
131296, 2022, Citagbes: v v~ 31 | scoPus 12

I ANILA ; IQEEL GHAZALA ; UMAR, MUHAMMAL NAVEED ;
UR RASHID, HAROON ; KHAN, SHER WALI . Synthesls of novel silica
encapsulated spiropyran-based thermochromic materials, Rugl Society
Open Sciencerxs, w. 9 po 10.1098/rso0s21, 2022, tacoes:

iy ol g~ 9 | BCOIPUS R

SHAH, ZAFAR ALL ; KHAN, KHALID ; RASHID, HAROCON UR ;
SHAH, TANZEEL : JAREMKO, MARIUSZ ; [QBAL, ZAFAR . Insights into
metabolic and pharmacolegical Fmﬂ[tng of Aﬁgﬁ illys ficuum through
biginformatics and %tpeﬂm'enla tachniguas; MICROBIOLOGY im,
V. 22, p. 295, 2022. Citagbes: wm = w=wi - § | BCOPUS 5

'RIAZ, FAIZA ; HOSSAIN, MD, SANOWER ; RONEY, MIAH ; ALl
YOUSAF ; QURESHI, SATRA ; MUHAMMAD, RIAZ ; MOSHAWIH, SAID ;
ABD HaMID, SHAFIDA ; 'SEIDEL, VERONIQUE ; UR RASHID
HAROON ; MING, LONG CHIAU . Evaluation of potential bacteria



26.

27.

29.

pratease nhibiter properties of selected hydroxyquinoline derivatives:
an In silico docking and molecular dynmamics simulation approach.
JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS s, v, 41, p.
1-14, 2022, CitacDes: »o =i - 11 | BooPUSS

w RASHID, HAROON UR: MARTINES, MARCC ANTONIO
UTRERA ; DUARTE, ADRIANA PEREIRA ; JORGE, JULIANA : RASOOL
SHAGUFTA ; MUHAMMAD, RIAZ ; AHMAD, NASIR : UMAR, MUHAMMAD
NAVEED . Research developments in the syntheses, anti-inflammato
activiies and structurs-activity relationships of pyrimidines, RS
Advancessm, v. 11, p. 6080-6098, 2021, Citagbes: /= comms - 10) |
BCoPUS 53

MUHAMMAD, RIAZ ; AlLl, YOUSAF ; MESSADDEQ, YOUMES : UR
RASHID, HAROON ;' ANTONID UTRERA MARTINES, MARCO ;
NAVEED UMAR, MUHAMMAD ; KHAN, SHER WALl ; fiIAZ, ALT .
Conditions Optimization and Physiochemical Analysis of il Obtained by
Catalytic Pyrolysis of Scrap Tube Rubiber Usding MgQ as Catalyst
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Frojetos do pesquisn

2023 - Atual

Facilitating Techinologles and New Catalysts in
the Synthesis of Heterocycles Punthonslized
with Qrgancchalcogen

Descricdo: Com o aumento da demanda por
rodutos industrializados, as dltimas decadas
oram testemunhas da busca por processos
sustentaveis. Assim, a arte e a sofisticacao
para preparar  moléculas  alvo Ui
drasticamente, indo novos  dispositivos,
denominados ?Enabling Technologies?, ou seja,
tecnologias  facllitadoras gue tomam  mals
eficlentes of protocolos sinteticos ¢ a utilizacao
de catalisadores. Esta busca estd baseada nos
principios da quimica verde, bem como nos
objetivas de desenvolvimento sustentavel
&\m das NacBes Unidas.A combinacde das

nologias  facllitadoras com  catalisadores
emergentes tem sido utifizada na sintese de
compostos  heterociclices, devide a ampla
utilizacdo  destes  alves nas  Industrias
farmacéutica, agrogquimica e corantes. 0O
projeto wisa avaliar e delinear catalisadores
emergentes na  sintese  de  compostos



hatercciclicos funcionalizades com  calcogenio
por melo de metodologias sinteticas classicas
e, principalments, via tecnologias facilitadoras,
coma a mecangquimica € 0 sistema em fluxo,
devido 2 Incipiencia destas rotas sintaticas na
funcionalizacao de heterociclos com caloogenio.
serao  avalados catalisadores emergentes
heterogéness (e.%. acido sulfamico, pecting
furncionallzada, HP-NiFe204, AuNPs) @
foteredax (e.g. Ln-Fe} no intulto de produzir
protocolos mais sequros e viavels. Para avaliar
a eficiencia das tecnologias facilitadoras, e
propercionar novas metodologias de otimizagdo
e screening, estudos computacionais via ?
machine |earning? e modelps estatisticos serdo
ut;hzadiua ngemais, para 05 esmrggadge
mecanismo  de reacdo  serac emp s
ferramentas analiticas como a EMAR & a RMN
para a identificagdo de intermediarios g, assim,
prover conhedmento sobre a reatividade das
reagoes  desenvolvidas. Os produtos
sintetizados serdo aplicados em parcerias nas
areas de quimica medicinal e materiais no
intuity. de fomentar o desenvelviments
tecnoldaico e inovacdo... ' '
Situacao: Em andamento; Natureza: Pesquisa.

Integrantes: Haroon Ur Rashid - Integrante [
Mracio Santos da Silve - Coordenador / Liane
Krolow Seares - Integrantz / Angelita Manke
Barcellos - Integrante / Robson da Silva Oliboni
- Integrante | Danigle Harbwig de Olivelra -
Integrante / Thiago Barcellos - Integrante /
Juliano Alex. Roehrs - Integrante [ Fllipe
Penteado - Integrante.

2013 - 2014

Design, synthesis & biclogical activities of some
noval pynmidine derivatives

Descricdo:  Chaleones  are 1,3-diphenyl-2-
ropene-1-one, in which two aromatic rings are
inked by a three carbon with o, f~ unsaturated
carbonyl system, They represent an Important
group of natural and synthetic products. They
are abundantly found in edible plants and are
rded to be precursors for  flavonoids
avonoids. Chalcones are synthesized by
Claisen-Schmidt  condensation of aromatic
aldeh'}rdes and acetophenorie followed by
dehydration. Chalcones have been found to be
very useful for the synthesis of variely of
heterocyclic compounds. Pyrimidine derivatives
aof chalcone are known to possess wseful
biological activities, In the past few years, the
therapautic interest of pyrmidine dernvatives in
pharmaceutical and medicinal field has been
given a great atention to the medicinal
chemist. They have been reported to possess
anti-inflammatory, anticancer,  antibactenal,
antifungal, antihypertensive, anticonvulsant,
antitubercular, antimalarlal  and  anaigestic
roperties. The current project |s focused an
@2 sgnthesls of some novel, biologically active
g}rrrm dine derivatives of minimum side affects..
ituacio: Concluido; Natureza: Pesnuisa.

Integrantes: Haroon Ur Rashid - Coordenadar /
Ikhtiar KHan - Integrante.
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