
3° Encontro Nacional de 
Quimica Terapeut·ca 

3rd Portuguese Meeting on Medicinal Chemistry 
151 Portuguese-Spanish-Brazilian Meeting on Medicinal Chemistry. 



3'·d Portuguese :\leeting on Medicinal Chemistr~ 
1\1 J>ortugucst•-Spanish-Brazilian :\lccting on i\lcdicinal Chemistry 
Sltflf1m"tc't! hv The Pouu~ue.1e Soci£ lr o/ Cltcmi11rv wul lh£' Uni1·ersilr of' r\ 1·ciro 

Scientific Committee 
\nton i Torrcn'> 

r'\rt ur M. S. Sih a 

Carlos Montanari 

1:-crnanda Pmcn.;a 

Mad,\lcn<l Pinto 
\1ar ia Luf>a s~i c !Vklo 
Patrfc io Soare'> da Si 11 a 
Ru1 \1orcira 
Willi am Hc.ggic 

Organizing Committee 

Prc, idcnl of the Spanr,!J Socit:l) or \kdrL·in.tl 
Chc:mi,try iSI·QT): I STE\ 1.. S .. \ .. Bam:lnna. 
Spain 
Departr ll• ·nt of Chemr'>lr~ .. nu t)OP '\, 
Unil<:r,Jl) of \1ciro: PrL'\Jcknt 
lm titu t.: or Chemistry ,,r S<io Carl os. l'ni1ersity 
o f Sac> l'aulo, BrMi l 
Depa. tment of Chcllli\try . Schnnl of sl it:JJL'L. 
L'nil\:r,rt_y ,,,. \1in lm 
f . H,>ffmann-La Rochc· Ltd. Pharma Rc,c:arch 
& Carly De,elopmcnt tpREDl . Ba"·l. 
Swit ;erlmu & Department nf Chcmi,try. 
l 'n ivcr,i ty of Ave irn 
!·acuity t>f Pharmacy. Uniln,ity of Portn 
Facult) of Pharmacy. Cni1 ,•rs it) of Coimhra 
Bial - l'ortda & C.", S.A. 
Factdt) ,,f Ph.uvlal). Uniwr,it~ of Li'bna 

llm i<>llllL'. Loures. Portu~.tl 

.-\rtur l\1. S. Si ll a (Chairman- Dcp. Chcm .. Univ. A1ciru ) 
'\ugw.to A. C. l'om<S (Dcp. C!tcn1.. Univ. Aveiro) 
Diana C. G. t\. Pinto (Dcp. Chcm .. Llniv. Aveiru) 
~1 C1ra~il P . .\1. S. 'le1es (Dcp. Chem .. Univ . .\\eiro) 
Grac;a .\1. S. Rocha (DqJ. Chem .. Uni1. A1eiroJ 
Jn'>c AS. Cavaleim. (J)cp. Chem .. L'n i1 . . \Yeiro} 
\1 do \mpam l. hlll>tino (Dcp. Clll:m., Univ. 1\ \'C im J 
~1..\rio M. Q. Simiks (Dcp. Chcm .. Uni1 . A vciro ) 
t\.urora h:rnandt'S (Dcp. Chem., Univ . \ve irn) 



Scientific program 

09:00- 10:50 

10:50-ll: 15 

!.I :15- 12:00 

12:00- 12:30 

12:30- 13:00 

13:00-14:30 

14:30- 15: 15 

15:15- 15:45 

15:45- 17:00 

17:00-17 :1 5 

17:15-1 7:30 

Wednesday, No, ember 28' 11 

Regi stration 

Opening ceremony 

PLI - Gerhard Ecker 

Chairperson ..\.rtur Sih a 

Dc·p.trtm~n t of 1\lcdicinal Chemistry, l 'nilc' rsi ty of i~nna 

The 111edh in a/ chc111isfly o/ elm~ transport - /.. nrm led~e drit'£'!1 /'~and 
dl.li~ll 

ILl - M aria M. M. Santos 

Research Inst it ute for 1\kdicm~s anJ Pharmaceu ti cal Sciences ! iVkd .l'Li . htc ult y o f 
Pharmacy. Univers it) or Lisbon 

Dl 1ig11 1~/llr!\'e/ COIIIJ111lllll/\· to 1110tf11/ate llfJIIJ>IO.Ii.\ 

LL2 - Ana Pei xoto Gomes 

Departmc nt <lr Cht: llliStl) &_ QOPNA. Unil ers il)' or \I ~ iro 

Synth1 .1i1 1~/ hiolog i<'ltlh acfil·c porphyrin 1h rit·ntii'<S in photod\lllllllic 
Thaapy 

Lunch 

Chairperson Sergio Simoes 

PL2 - Mathi as Montenarh 

Meu ica l Faculty. Uni 1 ersity of SaurlanJ 

Protein /,inmc C/\2 '" a pharl/lacologica/ larger in dif/i'rell f cellular 
fJl'(J('l'\ .H'S 

LL3- Jose Alberta Martins 

Department or Chcmi>try, Uni1er-. ity of 1 inho 
Gold IW III!Jlll rlicles j imclionalised ll'ith Gd' ' chclatn os conrrl/\ 1 agents j(n· 
magnetic resonance imaging : fool's gold:' 

Posters discussion and coffee break 

Chairperson Luisa Sa e Melo 

OC I - Patrfcia M. R. Pereira 

Department of Chemi,tt'). Univer, ity or A ~ e iro 

A/humin and mo!wclonal antihody COJ(ill~uted porphyrin : synthesis. 
clwwctcri:ation and biological polellfial agai111t human hi adder cancer cell 
line 

OC2 - Gon'<alo N. Costa 

Lutitin , SA, Edi ricio Bl uphanna, Sao Marti nho do Bi,po, Cu imbra 
Synthevi1 o/ .1tab/e meso-aryl hactcrioch/orin photosensilisers: 'J'·.J 
generation compowl(/l'for photodvnrunic t!zempy 



17:30- 17:45 

17:45-18:00 

18:00-1 8:15 

18:15-18 :30 

19:00 

09:00-09:45 

09:45- 10: 15 

I 0: 15-10:45 

10:45-1 I: 15 

ll: 15-11:30 

OC3 - Pau la Games 

Ccn tro <.k l!l\ ~ st iga.;ao cm Qufmica da l 'n i1crsiJadc do Porto, Dcpartamcnto de 
Qufm1c.t <' Bioqu fm ica, FaculJaJe de Cicncias . Univc rsidadc dn !'ono 

Old dmr.:s with 1/C IV j(ICe.l : hoo'ifill~ t!IC' a11 tiparm iric acti1•itv o/ 
''alltima larial clo.nics" 

OC4- M. Manuel Cruz Silva 

C C-Centre for J\c uroscicncc a nd cel l Bio lngy and I auJ!Jadc de 1-annac Ja . 
Cni1crsidadc de Coimhra 

Cytoto.\ ic o.\T.I/cro! 1: comhi ning clrnni< ·a/ ''lit! en::ymat ic opproachn ro 
uhtai11 111' 11 ' t!erimri l' l'l ll'ith imprm·cd actil itv 

OC5 - Ana Sofia Lea! 

G ru po de Quimica I .mnaccutica, Facu ldadc de ramu\c ia d a Uni1crsidadc de 
Cnimbra. p,·,Jo d.ts C ic.ncia' d a Sa tick, Cnimbra. Portugal and Centru de 
Nc uroci~ncias c' B1ologia Cc·lular, Uniwrsidadc· de Coimhra, Coimhra. Portugal ami 
Departmen t oJ' Vku icinc, \lln un t Stna i Schnol ol;\kdJCinc . l\:e\1 'r'orh.i':Y USA 

Nm •e!unolic acid deri vmi1 ·e~ H'ith JIII/Cnt anticancer octil·itr 

OC6 - lnes Martins 

Cent ro de Qu tm ica E•mutural , Jn ,tituto Superior Tc'cnico, U IL Lisboa. Portugal and 
Fauddadc de Ci0 ncins e TL•cnolPgia . L'NL Lisboa 

New co -crv~ralf(•rms and molecular .lll//1 nl a:dwc acid and nalidi.1ic acid 
ll'llh fltltelllialnlct!it inal Uflfl/icatirm 

Welcome reception 

rlmrsda~, NO\ ember 29' 11 

Chairperson Hans Peter Wes-.el 

PL3 - Torsten HoiTmann 

b. l-l ollman n-La Roche I td . Pharma Research & l:ar l) De1.:lopmcnt \pRED). Ba cl , 
Switt.:rland 

r flllll'l' role o/nlt dicina! chemisln' and it\ flllllflratinn/n chcmica!l>iolut:r 

IL4 - Clau~ Jacob 

Bioorg-an ic Chemi.,tr) . School of Phnrma<=) , Saarland St.l te Uni1 cr,ity . 
Saarhru.:cken, GERM \:\'Y 

Redox 1i'i11llling titl thc cl'!lu!ar lh iol\tar tlu special relationship ill group 
16 

TL5 - Gon<;:alo Bernardes 

Institute of l'lwrmaceuti.:a l Sci..:nc.:,, ( ETH). 7 Liric h , SI\ itt:<:r laml 

Tuwe/n.1· <llllthodr-dmg couilll;atev Ji •r cant er t/11 rapy 

Coffee break 

Chairperson Fcrnanda Proenc;a 

OC7 - Vasco Cacbatra 

Cniwrsidadc de f. i,hoa. Facu ldadc de Cicnci as . Dcpartamc:nto de Qu11mca c 
Bioqulln lca/C.:n tro de Quimica e Bi< •qufmica , Carbohydrate Ch..:mist ry Gwup. 

Li'boa. Portuga l 
Srnthetic .1 /l llft,•s on milwramrcin1 .llfgar moiety t1nd ww!og ues 



I I :30-1 I :45 

11:45-12 :00 

12:00-12 : 15 

12:15-1 4 :00 

14:00-1-1-:45 

14:45-15:15 

15:15-15:30 

15:30-15 :45 

15:45-17:00 

17:00-17:15 

17:15-17:30 

OC8- Raquel G. Soengas 

Department of Chcfll ist ry & QOPN \. l "nin:rsiry of.\ 1 ~im. l'nrtu~al 

Nm·1·/ d1 •111 ino r eaction 1>/ iodo glrco.1idn: .fi,mwl .1\'t>/!tni.l of 
antiiiOCYCI11f }{'ll fi f1 •Is 

OC9 - Daniela Ribeiro 

REQUI \IT E. Department of Chemical Scicll•"L''i. Fa,ult: or Ph tu macy . l'niH:r>~t) of 
Oport o. Oporto. Ponuga l 
rtaronoids 1111<1 infimnmariou: 11 1/ructurc-ac!it•itr r dalio11.1/lip .1/ll.lr 

OClO- Maria do Carmo Ban·eto 

CIR .. DCT D. CniYcr'>idade dn' \\"'"' '· l'onta Dcl!o!ada. PortllL.tl 
Sy111lt1 .1i1, hiou>gi< a/ cntluarion and dod.ill!; .\fllllin o( o.nt:<'ll /1< ll'I"II('\"Ciic 
co!IIJ>nlll!<ls a.\ an tylclwlilti!Sfl rme m!tihilor.\ 

Lunch 

Chairpr1·son William Hcggic 

PL4 - Rob Leurs 

Amstct dam Jnstituk uf 1\lnlcculeo;. 1\kuic im:' and Syqem,. DJ\ i'tL•n or \kdicinal 
Chem"tr) . \'U. Untlcrsily of ,\t•Nerdam 
Parasite-specific crclic llltclemidc plto1plwdte.l/em.\e lllhihilor.\ 10 1arg1 1 

TnpalltiiOII IU hrucei 

JL6 - Joao Nu no Moreira 

!'acuity of Phannacy and CL•ntcr for 1\eurn,ciL·nce' and Cc·ll Hit>lt>)!)' (Ci\C .. 
lni1 LIS il ) nl Coi rnbra 
Tu111nr /arg£ t111g 11 ith nwzopartich s: lll<iUIIg Ill> I'd //1( 1'<1/h'lllin ji·u111 "old" 
drur.:s 

OC11 - Franci sco Peixoto 

Department nf Clwrni,try and CQ VR, UT \D. Vi hi Real.l'ortll~ d 
To.\icolo~ical et·a!ua·iun o/ li£'\1 wcri11e wwlo~un ji·om -1-wnilln-//1-
pYrrt•l -3-£ trho1 i11·i/ 

OCI 2- Daniel J. V. A. Dos Santos 

Rc,..,ardlln,tllute for ~kdiLil1l"' and l'harrnac.:utical ')cJL' Jll,, (1\kd.ll.). I <lc"Loll) nr 
Pha rmacy. Uniwr,ity of Li,bon. L.i,hnn. Portugal 
A unified 1 ll'\1" on P-r_:l\'COf>l'otein efflux: h!elltlillr.: l'lf>i rillllllfal, 
plwnnaplwre, 1//o/ecu/ar dYIIlllllin and 11/0iccu/ar docf..inr: ruul/1 

Posters discussion and coffee break 

Chairpc•·son \ladalena Pinto 
OC 13 - M aria Joao R. P. Queiroz 

Centru de Qu tm1ca. Cni1. do \1 inhn. Hra!.:-1. Portut!a l 
Synthc.\ is. doc"ing , e11::ruwtic a11d ' l'lular £1\,l llY.I o/lhiclln[3.1-h /prridinc­
th iol'tfta- / ,3-tliun-lurcal a.1 \ 1CGFR1 inhihi!nrs 

OC 14 - Tiago Rodrigues 

"i" l·cderal ln,tt tute ol Teclinology (LTH ZUrich). ln'il itute or I'IHmmlLeulical 
Science,. ZUr ich, Switzc· rl and 
Ligand-ba.l£'d de 110\'t' dnir-:11 t~l"illll.\C /,ad structure cundidul< 1 



17:30-17:45 

17:45- 18:00 

18:00-1 X: I 5 

18: I 5-l 8:30 

18:-1-0- ... 

19 :30- ... 

09:00-09:35 

09:35-10:10 

10:10- 11:30 

11: 30-12:05 

OC I 5- Susana D. Luca' 

R,.,,,u-..:h In l!llll lor \kd,,·inc'> and Pharm.ILCUI!l.li Sci..:nc, li\kd.( l.i I acult) ol 
l'hannal~. L 111\Lr'>il) nl Li,hon. Lj,boa. l'orlU)!al 

I si 1co ilf'f'l" 'il< h to<wrt! /cod gill< mtwnjin· COPD t!rur.: d11n11·cn 

OC 16 - M. Manue l B. Marques 

l)l'I\ITI Dq namL Ho d, Quinll,a. I ;<-•tld.!d, d, Ci<'ncia' c T..:cnPiogiJ . 
lnl\.:r,,d,Hk '""' dl' !1. boa. 1\•rlu:_>.<l 
L 1 11 ~ 1!, rolt• oj"u f'<'f'lido~lrcun inl"IJ/1·, d 11' 'c/lulor rn llf.illtfi0/1 

OC 17 - Mariana Leiio 

kl Qll\1 n .. I ·p.ut 1• Ill or BioiO!!!O:al S,iL'IlCI.',_ I abor.t. 'I") ,,r \ icH hi< log). 
I .LCu I) of l'h.trt 1.1(). l 1111 l'r"lY "' Porhl, Pmtn l'nrtu~ a l 
\ 11< u· ,,,wlf-r>u>li' u/i inlti/Ji/tlr olt•53 MD \C inu I"<'< tiun dill,,,., n d 11\illl.: 

u Y<t ' ' 1 I ., ·u·,, '\.Ill_\" 

OCUs - Ana lsabel Tomaz 

c ·ntrn d Ci 'Ill ,( I\lokcularLS e \lateriais. DQB, I .lcttltv ur Sciences. l.isbon 
L nt\usity. Lish•n. l'ortut:'•l 

Prmrlilillf.i orgwu>mc/allw 1111h< Jri11111 "" rallot!rut;l·: 
Cf' If 1- ., 11 PI/• ) <1 farg • s 1 <"lr•lllll/1 1/11/IIOI"' 

Meeting of the Medicinal Chemistry Group (SPQl 

Congres> dinner 

Frida~, :"<O\Cmbcr 30'h 

1'1 PortUKuese-Spanish-/Jra::.ilian J1eeting 011 Medicinal Chemistry 

( hairpl·rson ,\1-tur Si ha 

PL I-PS B - Ca r! os Montanari 

lnsl!ll!L of ( hcml\t ., of Sa<> Carlt . lntlersit\ of~' o Paul<>. Bran I 

"On 1/u illlcgralioll o/ in 1ilico and ill 1"1/ro llll<l_n .Ji,r 11<'11" lr\'flliii'JCltlaf 

U"< 1111 di.lcOl'< n· .. 

PL2-PSB - Antoni Torrens 

l'r'''llkn of the Spani'h ~oci~ty of \lulic<nal Ch,•nlistry (SLQ"I ): IS I L\'l. R & D. 
Barcl'iona. '\pain 
!Jil•·<•l"< IT o/11<'11" ulld lclccl ,., 5-J-!T- <lt:OIIl.\1.\ Jf•r 1/u lrcallllclll o/puin 

Poster> di scussion and coffee break 

Chairperson Fcrnanda 1'1·oem;a 

PL3-PSB- Joao Rocha 

CICI :eo. Dcpattm,·nt ol Chc·mistr~. Uni1 er-.ity of \' e11u 

\lu!aia/.1 .for mcdicillul dlcmisu:r: '"""'Cl/.\<' swdic.1 



12:05-12:40 

12:40-14:30 

14:30-14:40 

14:40-15:15 

15:15-15:50 

15 :50-16:10 

PL4-PSB- Andrei Leitao 

ln '>t itute of Chemi,try or Sao Carllh Un ive rsi ty of Silo Paulo, Brazil 
Cell-l>ased assur s and chemilzfimnatirs Uflf'I'Ollcizn n/ nm·l'i anficancl:' r 

CO!IIp01111d\ 

Lunch 

Chairperson Rui \lorcira 

Rui Moreira 

Facu ll) of Pharmacy, Univen, Jty 1lf Lishon. Portugal 
l nrerm llional SVIIlJ)()I iz an .m medicinal chcmi;,tn•, Lisho11 , 20 1../ 

PL5-PSB - Madalena Pinto 

f·ac ully (lf Pharmacy. Uni1 ersity nl' Pono 
Chiml dcrimtil'n ol Xlllllhonc.\: /Jioaclil'e small molecules and analvTic 

tools 

PL6-PSB- Marfa Jose Camarasa 

Instiru to de Qufm ica Medic:a iCSICl. Madrid. Spa in 
A flrodrug approach hosed 011 Tiw D PP/V,CD -26 en~_\'IIU' 

Closing ceremony 



P36 

1-Aryl-3- [ 4-( thieno[3,2-d]pyrimidin-4-yloxy )phenyl]ureas as VEG FR2 
inhibitors: synthesis, docking enzymatic and cellular assays 

Daniela Peixoto," Ricardo C. Calhelha,''·b Pedro Soares,"·c Rui M. V. Abreu,b Hugo Froufe,b 
Isabel C. F. R. Ferreira,b Raquel Costa,ct Raquel Soares,ct Maria Joao R. P. Queiroz" 

"Centra de Qufmica (U/686), Univ. do Minho, Campus de Gualtar 47 10-057 Braga, Portugal; hCIMO 
(U/690)/ESA , I.P. Braganra Campus de Sta Apol6nia, Apt. 1172, 5301-855 Braganc;a, Portugal; ' C!Q/Dept. 

de Qrdmica e Bioqu(mica, Fac. Ciencias, Univ. do Porta, 4169-007 Porta, Portugal; "Centra de 
lnvestiga(:iiO Medica (U/38), Foe. Medicina, Univ. Porto, 4200-450 Porta Portugal 

A number of thienopyrimidines derivatives have shown potent VEGFR2 (Vascular 
Endothelium Growth Factor Receptor2) tyrosine kinase inhibition activity.[ll VEGF is a 
sun·ogate marker of angiogenesis that activates VEGFR2 in endothelial cells. 

Here we present the synthesis of new 1-aryl-3-[ 4-(thieno[3,2-d]pyrimidin-4-
yloxy)phenyl]ureas from the aminodi(hetero)arylether 1, also prepared by us, which was 
reacted with arylisocyanates to give the corresponding 1,3-diarylureas 2a-c. 
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(C) Superimposition of the docking poses at the VEGFR2 
kinase domain for compounds 2a-c. 
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(B) Proliferation of HUVECs with VEGF supplementaL 

Compounds 2a-c were evaluated for inhibition of VEGFR2 tyrosine kinase activity 
using enzymatic assays and showed good inhibition ability. The rational for the inhibition 
is discussed using docking (A). To examine the activity of compounds 2a-c in endothelial 
cells, HUVECs were cultured in Ml99 medium (supplemented with 2% FBS and 60 
ng/mL of VEGF) in the absence (control) or presence of each compound at different 
concentrations. A reduction above 0.5 ftM in the proliferation of HUVECs was observed, 
evaluated by the incorporation of BrdU in cell culture. These molecules are promising anti­
angiogenic agents that may be used for therapeutic purposes. 
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