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Espalhamento de elétrons:

Temas e sistemas de interesse:

Piridina - microssolvatacao (Leticia)

Cianoamina - dissociac¢ao ¢ microssolvatacao (Leticia)

Sevoflurano, r-isoflurano, r-isoflurano e halotano - elastico, espectro de
ressonancias, compara¢ao com os dados experimentais da UNL e com

os resultados teoricos do IAM-SCAR.

Tiofeno - excitacao eletronica (Giseli)

Halogenetos - elastico, espectro de ressonancias € minimo RT (Matheus)
Radiossensibilizadores - estado ligado (le1 empirica de escala), elastico,
espectro de ressonancias (Murilo)

Fluoro e clorobenzenos - estado ligado (le1 empirica de escala), elastico,
espectro de ressonancias (Vitorino)

Radiossensibilizadores - estrutura eletronica (Cesar)

Halouracilas - estrutura eletronica (Raul)

Cubano - elastico, espectro de ressonancias (Thiago)

Versao do SMC - serial X paralelo

Versao do GAMESS - agosto de 2018, compilado pela Giseli



Espalhamento de positrons:

Temas e sistemas de interesse:

Benzeno, tetrahidrofurano e piridina - elastico (Alessandra)
Piridina - microssolvatacao (Leticia)

Pirazina - elastico (Gisel)

Hidrocarbonetos - elastico, efeito 1somero (Giselr)

Alcoois - elastico, efeito isdbmero (Giseli)

? - excitacdo eletronica (Rafael)

Radiossensibilizadores - elastico (Murilo)



Cancer Radiosensitizers

Hao Wang,"® Xiaoyu Mu,*® Hua He,® and Xiao-Dong Zhang“**

Radiotherapy (RT)isa mainstay treatment for many types of cancer,although itis
still a large challenge to enhance radiation damage to tumor tissue and reduce
side effectstohealthytissue. Radiosensitizersare promising agents that enhance
injury to tumor tissuve by accelerating DNA damage and producing free radicals.
Several strategies have been exploited to develop highly effective and low-
toxicity radiosensitizers. In this review, we highlight recent progress on radio-
sensitizers, including small molecules, macromolecules, and nanomaterials.
First, small molecules are reviewed based on free radicals, pseudosubstrates,
and other mechanisms. Second, nanomaterials, suchas nanometallic materials,
especially gold-based materialsthat have flexible surface engineering and favor-
able kinetic properties, have emerged as promising radiosensitizers. Finally,
emerging macromolecules have shown significant advantages in RT because
these moleculescan be combined with biologicaltherapy aswell as drug delivery.
Further research on the mechanisms of radioresistance and multidisciplinary
ap proaches will accelerate the development of radiosensitizers.
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Effective and absolute cross sections for low-energy (1-30 eV) electron
interactions with condensed biomolecules
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Positron Scattering from Molecules: An Experimental Cross Section Compilation for
Positron Transport Studies and Benchmarking Theory
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Topical Review

Electron scattering from molecules and
molecular aggregates of biological relevance
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Seminarios:

o 24/08 - Alessandra - Aplicagoes do SMC no espalhamento de

eletrons por moléculas (Sala PEO4, 13h30min)

e 31/08 - Alessandra - Aplicagoes do SMC no espalhamento de

positrons por moléculas (Sala PEO4, 13h30min)

e 14/09 - Giseli - artigo de revisao do Sanche

e 21/09 - Murilo - artigo dos radiossensibilizadores ja mostrando

alguns resultados de calculos de estrutura eletronica

28/09 - Marcio - como gerar os parametros dos pseudopotenciais de BHS
05/10 - Marcio - como gerar func¢des de base para os pseudopotenciais de BHS
19/10 - Leticia - artigo de revisao Jimena/Sylwia

26/10 - Sergio - artigo de revisao Brunger/Buckman/Ratnavelu

09/11 - Cesar - radiossensibilizadores

16/11 - Vitorino - fluoro e clorobenzenos




Seminarios:
Sala - responsabilidade da Profa. Dra. Alessandra

Café¢ colonial - responsabilidade de Sergio, Giseli € Leticia



