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O k. Ahe&rog Xatlnyovrag (Alexios Chatzigoulas), vroynelog d18dxtopag 6to
I3pvpa latpoProroyikmv Epevvav g Axadnuiog AGnvov (IBEAA), vad v
emifreyn g Ap. Zong Kobvpvia, ELae 1o dedtepo Bpafeio avaptnuévng
avakoivwong (poster PPO15) ota miaiota tov 22nd European Symposium on
Quantitative Structure-Activity Relationships (22nd Euro QSAR-2018), mov
dopyoavadnke pe emrvyio oto Grand Hotel Palace 6t ®goocalovikn 16-20
YentepuPpiov 2018. H gpyacia ya v onoia BpaPedtnke o k. Xatinyodiag Exet
titAo:
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Nanoparticles have various appications in medicine, physics, optics, and electronics. Madsling nanoparticles is an essential first step to
asgess their capacity in diflerent uses such as in energy storage of drug delivery [1]. However, creating an initial starting eonformation for
modeling and simulation s tedious, because every crystaline material grows with a different crystal habit and different symmetry in nature.

That gave us the motivation to create the first web-based taol, which craates nanoparticls modals from any crystal structurs
guided by their prefermed equilibrium shape in standard conditions according to Wullf morphology (crystal habit). The aiqqnl]’!m uses input
from quanium mechanical calculations based on the Wulll lion. The Wulfl emplays energy mi o

demonsirate thal specific crystal planes are preferrad over thers, with their distance from the origin being propartional to their surface
anargy [2]. The input p for ining this equil icke structure are the praferred growing planes as Miler indices,
the energy of sach plane, and the desired size of the nanoparticle. After inputting this data, the equilibrium shape is created with the
following methodalogy. Firet, based on the crystallographic paint group, the symmeric planes are produced based on the Miller indices, the
fractional coordination system, and the lattice parametars. In this procedurs, we place the origin on the negative side of thees planas, and
then wa calculate the intersaction points per threa of the planes, discarding those that are on the positive side of at least one of the planes.
Then, we oblain the faces of the equilibrium shape using the Quicknull algerithm [3] an the remaining intersection points, and the
shape s by ing these faces. The symmeirlc unit cell of the erystal structure ls produced from the asymmetric
ona, using the Ilmue parametars and the symmatry operations of the crystallographic space group on the coordinates of the atoms again
Finally, the is by raph of the unit cell across all throe spatial directions, until the equibrium shape is filled,
and the cocrdinates of 1he aloms are oUIPUL to the user in & .xyz and pdb formal and also visualized by JSmol. This ool has been
implemented &s a website using C++ and PHP and can be accessed and used at: hitp:inanocrystal vi-seem ew/CrystalTool.
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The visuslization of the algorithm's
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H EAMnvicn Etaipeio @appokoynueiog cvyyaipet tov K. Xatlnyovia kot Tov evyeton
KOl VEEC EMITLYLES.
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H k. Epo@oin INavvakomoviov (Erofili Giannakopoulou), vroyfeia diddxtopag
otov Topéa @appakevtikng Xnueiag tov Tunqpatog @opuokevtikng E.K.ILLA. vro
v eniPreyn tov Emk. Kabnynt [pnyodpn Zmwion, NABe néumtn oto dtoayovicpd
QOTOYpaPioag Tov dlopyavmbnke ota mhaicia Tov cuvedpiov EFMC/ISMC 2018. And
115 71 pwrtoypapieg mov vroPANOnKav enedéynoay 20 pe TEPmTN TN POTOYPAPio
Pink Martini g Epo@diinc. H EAAnvikn Etaipeio @oppoxoynpeiog cvyyoipet v
K. ['ovvakomovAov Kot g 0(ETO Kot VEES ETITVUYIEG

Ako0lov0gl N avaxoivoon g Pink Martini

The Communication Team is happy to announce the 20 pictures selected for the
second round of public voting, which will take place during the EFMC-ISMC 2018.

We were thrilled to receive more than 1500 votes, deciding between the 78 worthy
candidates.

The selected pictures are:

e Combining education and research: Meet our team of future scientists -
Stephanie Thee

e Paint my work - Susanna Zamolo

e Being a scientist in Coimbra - Raquel Martins Judite

e Just a tiny TLC plate might take all the lab to a sunny day at the seaside -
Gulsah Bayraktar

e Pink Martini - Erofili Giannakopoulou

o Crystal Skyline - Lisa Barbaro

o Everyday struggle - Josipa Matic

o Dream as a Medicinal Chemist - Jean-Pierre Jourdan

o Metallic universe - Ruiz Belén Rubio

« Antibacterial: a melting contest - Davide Benedetto Tiz

« Triethylsalmiakki - Riccardo Provenzani

e Mass spectrometry lovers - Giovanna Baron

e Dreaming of Chemistry - David Cardoso

e Lab life - Caroline Lanthier

« Treating malaria: our goal on the horizon - Ana Sofia Martins Gomes

o Colors of condensations - Helena Gbelcova

o Eureka moment - Pedro Gongalves

o Reflections - Gergo Métyan



e Astinging legacy - Croci Federico
e Laboratory life 360° - Adriano Mollica

e Pink Martini - Erofili Giannakopoulou




