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Alcohol: Clinical and Experimental Research
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l RESEARCH ARTICLE 51575
Blochemistry, Pharmacology, Phystology and Metaboltsm

The Effects of Early Postnatal Alcohol Exposure on Bone
Molecular Composition in a Mouse Model

Hknur Dursun' | Birsen Elthol? | Sebnem Garip Ustaogiu™*

Biyokimya Anabilim Dali 6gretim tiyemiz Dog. Dr.

"Nepartment of Physiology, Faculty of Medicine, Istanbel Health and Techmology University, Istanbal, Turkiye | *Department of Medical Biology, Faculty
of Medicine, istanbul Medenlydt Untversity, istanbal, Turkiye | *Department of Blochemistry, Faculty of Pharmacy, istanbal Aydin Univenaty, stanbul
Turktye 1 ‘Department of Medical Blochemistry, Faculty of Medicine, Altinbas Untversily, istanbul, Turkiye

Sebnem Usta Garipoglu’nun “The Effects of Early
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Composition in a Mouse Model” baslikli ¢alismasi

ABSTRACT
R Background: Perinalal exposure (o aloohol 1s a critical risk factor [or long-lerm skedetal health in humans and has been demon-
Q2 kapsamlnda yer al an AI COhOI i CI N |Ca| and straled 1n rodent models. Early pastnatal aloohol gavage exposure In mice s used to study third irimester toxicity In humans.
However, further research 1s required Lo fully characterize Lhe effects of alcohol on bone molecular composion and distinguish
- . m them from the allerations assoclated with gavage-related stress In mouse models.
EXpe rl mental RESearCh derg |S| nde yayu’llal’ldl Methods: Female mouse pups were assigned to untreated control (C), gavage control (GC), and alcohol-treated (A) groups.
Between postnalal days 3 and 20, the A group received ethanol (3.0g/kg/day) by Intragasiric gavage, while the GC group under-
went Lhe same gavage procedure without any solution (nefther milk nor ethanol). Al postnatal day 90, femoral bone molecular
composition and bone metabolism were evaluated by attenuated lolal reflection Fourter-transform Infrared (ATR-FTIR) spec-
troscopy and blochemical studies.
Results: Several ATR-FTIR-dertved matrix and mineral-related alterations, including reduced total protetn-related indices, lower
collagen cross-link ratto, reduced mineral-to-matrix ratio, and Increased crystallinity, were observed tn both GC and A groups rel-
alive to untrealed controls, indicaling a substantizl long-term Influence of the gavage procedure itsell. Compared with the GC, Lhe
A group showed additional selecttve differences, most nolably reduced relative carbonate content and Increased CTX-I levels In
the C groap, serum 25(011)D, PT1, and cakiionin levels differed rom both GC and A groups, whereas osteocalcin was Increzsed
In the GC group relattve Lo Lhe C groap, and no significant difference was observed between the GC and A groups.
Conclusion: Prolonged neonatal gavage was assoctaled with substantial long-term changes In bone molecular composition and
several circulating bone-relaled hormonal markers. Against Lthis hackground, postnatal alcohol exposure was assoctated with
additional sefective differences, particularly In CTX-I and relative carbonate content. These findings highlight the importance of
discriminating between Lhe effect of the procedure and the effect of alcohol in developmental models based on repeated neonalal
gavage.
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PharmAydin Ogrenci Kuliibii U¢ Ayr1 Odiile Layik
Goriildii

Eczacilik Fakiiltesi PharmAydin  Ogrenci Kuliibii,

Istanbul Aydin Universitesi Kuliipler Birligi tarafindan

diizenlenen 2025-2026 Akademik Yili Odiil Toreni’nde

onemli bir basariya imza att.

Universitemizde faaliyet gosteren 119 o6grenci kuliip
arasindan ilk sekize giren PharmAydin Ogrenci Kuliibii;
“Ustiin Basar: Odiilii’, “Kalite ve Proje Odiilii” ve
“Tesekkiir Belgesi” almaya hak kazandi. Kuliip Yonetim
Kurulunu ve danigsmanlar1 Prof. Dr. Sevgi Karakus ile Dr.
Ogr. Uyesi Cem Erkmen’i tebrik eder, basarilarinin

devamini dileriz.
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iISTANBUL AYDIN
UNIVERSITESI

19 Kulap
2.224 Kulip

Calismasi
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TUSAP 47. Vizyon Toplantisina Katihm Saglandi

Farmasétik Toksikoloji Anabilim Dal1 6gretim iiyemiz Dr. Ogr. Uyesi
Gizem Sena Elagoz, Tiirkiye Saglik Platformu (TUSAP) tarafindan
diizenlenen 47. TUSAP Vizyon Toplantis’na katilm sagladi.
Toplanti, 12 Haziran 2026 tarihinde BHT CLINIC Istanbul Tema
Hastanesi’nde “Ila¢ ve Eczacilikta Saghkl Yaslanmayla Ilgili Yeni

Gelismeler ve Uygulamalar” temasiyla gergeklestirildi.

Programin acilis konusmasini TUSAP Yiiriitme Kurulu Baskani Prof.
Dr. Sabahattin Aydin gergeklestirdi. Ardindan Tiirkiye Ila¢ ve Tibbi
Cihaz Kurumu (TITCK) Baskan1 Prof. Dr. Ahmet Ayar, saglikl
yaslanma alanindaki giincel gelismeleri degerlendirdi. Calistay
oturumunda sektor temsilcileri, akademisyenler ve saglik
profesyonelleri bir araya gelerek goriis alisverisinde bulundular.

Etkinlik genel anlamda degerlendirildiginde sektor-akademi is

birliginin gii¢lendirilmesine katki sagladi.
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Farmasotik Kimya Anabilim Dali 6gretim liyemiz
Dr. Ogr. Uyesi Shafeek Buhlak’in “Interplay and
Cooperativity of Non-Covalent Interactions in
Water-Mediated Supramolecular Assembly of a
1,2,3-Triazole—Quinoxalin-2-One Derivative”
baslikli calismast Q3 kapsaminda yer alan

Structural Chemistry dergisinde yayinlandi.

Haziran

Structural Chemistry
https.//doLorg/10.1007/511224-026-02825-2

RESEARCH

Check lor
et

Interplay and cooperativity of non-covalent interactions in water-
mediated supramolecular assembly of a 1,2,3-triazole-quinoxalin-2-
one derivative

Shafeek Buhlak' - Melek Hajji’ - Intissar Nchioua® - Joel T. Mague* - Hanan Al-Ghulikah® - El Mokhtar Essassi® -
Youssef Ramli® - Nadeem Abad*®

Recelved: 19 March 2026 / Accepted: 31 May 2026
© The Author(s), under exclusive licence to Springer Science+Business Media, LLC, part of Springer Nature 2026

Abstract

The design of organic molecular crystals with tailored properties requires a detailed understanding of the non-covalent
interactions governing their assembly. In this context, a novel tniazole—quinoxaline dervative, 1-({1-(2-hydroxyethyl)-
1H-1.2,3-tnazol-4-yljmethyl)-3-phenylquinoxalin-2(1H)-one. was synthesized and characterized both structurally and
computationally in the sohd state. The asymmetric unit contains two independent molecules (A and B, Z" = 2) and two
water molecules, which form a three-dimensional supramolecular network through O-H---0, C-H--N, -, and C-H---n
interactions. Crystallographic analysis reveals subtle conformational differences between A and B that are correlated with
variations in m-n stacking geometries and hydrogen-bonding patterns, reflecting the interplay between conformational
Hexibility and supramolecular assembly. Hirshfeld surface analysis quantifies contact contributions, while MEP mapping
rationalizes noncovalent interaction preferences, and energy framework calculations provide the energetic basis of the
crystal structure, including the role of solvent water molecules. Cooperative effects within the water-mediated O-H---O
network were investigated using two timers {A---water---B) employing density functional theory (B3LYP-D3(BI)def2-
TZVPP), and both tnmers exhibit positive cooperativity. Furthermore, QTAIM and NBO analyses reveal systematic
increases in electron density at bond critical points and enhancements in donor-acceptor stabilization energies when both
hydrogen bonds are present.

Keywords Trnazole—quinoxaline - X-ray crystallography - Supramolecular interactions - Cooperative hydrogen bonding -
Density functional theory - QTAIM - NBO
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Staj | Siirecine Yonelik Ikinci Bilgilendirme Toplantisi

Gerceklestirildi

Eczacilik Fakiiltesi Tiirk¢e Programi 2. simif 6grencilerine
yonelik Staj | Siireci Ikinci Bilgilendirme Toplantisi, 16

Haziran 2026 tarihinde ¢evrim igi olarak gercgeklestirildi.

Staj komisyon iiyesi Dr. Ogr. Uyesi Gizem Sena Elagdz
tarafindan gergeklestirilen toplantida, staj siirecine iliskin
temel bilgiler, 6grencilerin sorumluluklar1 ve eczacilarin
stajyerlerden beklentileri paylasildi. Ecz. Cansu Cin Aladag
Nurgiil Nef¢i'nin deneyimlerini

ve Yardimci Eczaci

aktardigi toplantida 6grencilerin sorular1 da yanitlandi.
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Eczacilik Fakiiltesi Dis Paydas Toplantis1 Ger¢eklestirildi

Eczacilik Fakiiltesi Dis Paydas Toplantisi, 17 Haziran 2026
tarihinde c¢evrim i¢i olarak gerceklestirildi. Toplantida,
2025-2026 Egitim-Ogretim Y1l Bahar Yariyilinda yiiriitiilen
egitim-ogretim faaliyetleri ve miifredat, dis paydaslarin

gorus ve onerilert dogrultusunda degerlendirildi.

Toplantiya katki sunan Dr. Can Polat Teker, Dr. Ecz. Zeynep
Rana Giiler, Kim. Miih. Ece Pembecioglu, Uzm. Ecz. Levent
Unver, Uzm. Ecz. Yiicelen Gonen, Uzm. Ecz. Aysegiil Imil
Kader, Uzm. Ecz. Oguz Tanil Cete, Uzm. Ecz. Ebru Acar ve

Ecz. Isil Agis’a degerli katkilarindan dolay1 tesekkiir ederiz.

IAUKampus ﬂ lAUKampus aukampus ﬂ istanbulaydinuniverateuty akev1995 docdrmustafaaydin www.aydinedutr | 4441428


http://www.aydin.edu.tr/

ECZACILIK FAKULTESI

Dekan Yardimcimiz ve Farmasotik Kimya
Anabilim Dal1 6gretim {iyemiz Prof. Dr.
Sevgi Karakus’un “Structural, Spectroscopic,
Computational, Molecular Docking and NLO
Analysis of a Novel 1,3,4-Oxadiazole”
baslikli calismas1 Q2 kapsaminda Yyer alan
Journal of the Indian Chemical Society

dergisinde yayinlandi.

Haziran

Journal of the Indian Chemical Society 103 (2026) 102814

Contents lists available at ScienceDirect

Journal of the Indian Chemical Society

journal homepage: www.journals.elsevier.com/journal-of-the-indian-chemical -society

Structural, spectroscopic, computational, molecular docking and NLO
analysis of a novel 1,3,4-oxadiazole

Abdurrahman Suhta ", Hanifi Ozsanli ™ ©, Sema Senoglu“, Sevgi Karakus®, Ufuk Coruh'

* Latakla University, Facudny of Sclences, Deparmment of Physies, Larakia, Syria

" Ondokuz Mays University, Faculty of Sciences, Department of Physics, Samsumn, Tirkiye

© Iatinye University, Faculty of Pharmacy, Deparimient of Phomaceutical Chemisery, Btanbul, Tarkiye

A fstanbul Aydin University, Faculty of Pharmtacy, Department of Fharmaceutical Chemisery, Ieanbal, Tirkive

ABSTRACT

In this study, a new 1,3 4-oxadiazole derivative, N-benzyl-5-[2-(3-trifluoromethylphenyl) amino]phenyl-1,3,4-oxadiazol-2-amine, was synthesized and compre-
hensively characterized using experimental and theoretical methods. The compound was obtained in 79% vield, and its structure was investigated by FT-IR, 'H NMER,
3¢ NMR, LC-MS, HS0C and single-crystal X-ray diffraction techniques. XRD analysis revealed that the molecule erystallizes in the monoelinic P2, /c space group, and
the structural parameters showed strong agreement with the DFT-optimized geometries (B3LYP/6-31G(d.p) and ce-pVDE). Hirshfeld surface analysis indicated that
H:«:H, Ce+-H and H:«F contacts dominate the crystal packing. Frontier molecular orbital (FMO) calculations demonstrated a HOMO-LUMO energy gap of approx-
imately 4.1 eV, suggesting moderate chemical reactivity and stability. MEP, NCI-RDG, ELF and LOL analyses further clarified the electronic distribution and non-
covalent interactions supporting structural stability. Monlinear optical {NLO) calculations revealed that the compound possesses a first-order hyperpolarizability
higher than urea and greater than KDP, indicating promising MLO potential. Molecular docking studies against human butyrylcholinesterase (PDB: 4BDS) showed a
binding affinity of —7.8 keal/mol with multiple stabilizing interactions, suggesting potential anti-Alzheimer's activity., Overall, the combined experimental and
computational findings highlight the compound as a promising candidate for future optical and biological applications.
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Ogretim Uyemiz Doktora Tez Savunma Jiirisinde Yer Aldi

Farmasotik Mikrobiyoloji Anabilim Dali 6gretim tiyemiz Dr.
Ogr. Uyesi Merve Ataman, 25 Haziran 2026 tarihinde Istanbul
Universitesi Eczacilik Fakiiltesi Farmasétik Mikrobiyoloji
Anabilim Dali'nda Prof. Dr. Berna Ozbek Celik
danismanliginda hazirlanan Ars. Gor. Bekir Ozer’e ait “Non
Fermentatif Bakterilere Karsi in Vitro Sinerjist Etkili Olan
Cesitli  Antibiyotiklerin  Galleria mellonella Enfeksiyon

Modelinde Karsilastirmali Olarak Arastirilmasi”  baslikli

doktora tez savunma sinavinda jiiri tiyesi olarak gorev aldi.
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Ogretim Uyemiz Dr. Ogr. Uyesi Cem Erkmen Docent

Unvani Almaya Hak Kazandi

Analitik Kimya Anabilim Dali 6gretim {iyemiz Dr. Ogr.
Uyesi Cem Erkmen, Universiteleraras1 Kurul Baskanligi
tarafindan yapilan degerlendirme sonucunda Eczacilikta
Analitik Kimya bilim alaninda Dogent unvanini almaya

hak kazanda.

Ogretim {iyemizi bu énemli akademik basarisindan dolay1
tebrik ediyor, akademik calismalarinda basarilarinin

devamin diliyoruz.
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VA

UCAIR Projesi Konsorsiyum Toplantis1 Gerceklestirildi uCAIR

Avrupa Birligi  destekli HORIZON-CL4-2023-DIGITAL-

Meeting Agenda
M30 - Project Meeting for Members of the Consortium

EMERGING-01 cagris1 kapsaminda yiiriitilen “Chemical SO
Analysis Imaging with Raman (UCAIR)” projesinin 3 aylik
konsorsiyum toplantisi, 29 Haziran 2026 tarihinde cevrim igi

olarak gerceklestirildi.

ISTANBUI
UNIVER

i . ! {BUL AYDIN
Projede Is Paketi 7 (WP7) ana arastirmacis1 ve WP7. 2 sorumlusu VERSITESI

olarak gorev alan Dog. Dr. Sebnem Garip Ustaoglu, Tiirkiye ekibi
tarafindan ytriitiilen ¢caligmalar1 konsorsiyum fiyeleriyle paylasti.
Sunumda, FTIR ve Raman spektroskopisi kullanilarak mesane
kanserinin erken tanisina yonelik elde edilen basarili bulgular
aktarilirken, proje hedeflerine katki saglayan ¢alismalar

konsorsiyum tiyeleri tarafindan ilgiyle karsilanda.
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