band gap 1,01 eV (x=0)dan 1,67 ¢V (x=1) gacha oshadi. Temperatura ta’siri natijasida 200-400 K diapa-
zonda band gap qivmati o‘rtacha 0,05-0,08 eV ga kamayadi. Masalan, x=0,3 holatda Es qivmati 1,22 eV
(200 K)dan 1,16 ¢V (400 K)gacha kamayadi. Ushbu natijalar CIGS materialida galliy tarkibini o‘zgartirish
orqali band gap energivasini 1,0-1,7 eV diapazonda boshqarish mumkinligini ko‘rsatadi, bu esa yuqori
samaradorlikka ega quyosh elementlarini loyihalashda muhim ahamiyatga ega.
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GRAFENDAGI STRUKTURAVIY NUQSONLARNING VODOROD ADSORBSIYASIGA
TA’SIRI

Annotatsiva. Ushbu ishda nugsonli grafenlarda H: molekulalarining fizisorbsiyasi reaktiv molekular
dinamika usuli bilan o ‘rganildi. Nugsonlar o ‘lchami va konsentratsiyasi ortishi gismiy zaryadlar gayta
tagsimlanishi hisobiga adsorbsiyani kuchaytirishi, shuningdek, eng yugori nugson ulushida gravimetrik
zichlik 2,16 wt.%ga yetdi.

Kalit so‘zlar: vodorod saglash, nugsonli grafen, vodorod fizisorbsiyasi, reaktiv molekulyar dinami-
ka.

Kapmmnepa Aquoa YopmamoOnerHa (CTyAeHTKA, [{eHOBCKIil HHCTHTYT NPENPHHAMATEILCTBA 1

neJaroruKkm).

Pa3zoxor Ammkon Ilonasapoeu4 (mpodeccop YPreHuckoro rocyiapcTBeHHOT0 YHHBEPCHTETA),
Omonkymosa Yvmaa Xycad Kisu (IpenogaBareis, J{eHoBCKuii HHCTHTYT NPEINPUHAMATEILCTRA H
neaArOTHKA),

Yaxaes Yrrup Boiimamatosna (1oment, J{eHOBCKII MHCTUTYT NPEANPHHIMATEIHCTBA U MeJATOTHKH).
BJIMAHHUE CTPYKTYPHBIX JE®EKTOB I'PA®EHA HA AACOPBILIUIO BOAOPOJA

Annomauus. B pabome memooom peaxmueHOT MOAEKYIAPHON OUHAMUKIL UCCTIe008AHA PUIUYECKAS
aocopbyus monexyn H» na depexmmonm epagpene. Ioxasano, umo yeenuuenue pasmepa u KOHYe HMpayuu
dehexmos ycunusaem adcopoyuio 3a cuém nepepacnpeoeieris YacmuyHnlx 3ap1006. Ipu maxcumanvHot
done deghekmog zpasumempuyeckas niomHocms docmueia 2,16 wt.%.

Knrwuesvie cnosa: xpanenue 6000opoda, oeghexmuvlii epagher, Qusuueckas adcopbyus 6000pooa,
DeaxmueHas MONCKYIAPHAs OUHAMUKA.
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EFFECT OF STRUCTURAL DEFECTS IN GRAPHENE ON HYDROGEN ADSORPTION

Annotation. In this work, the physisorption of H: molecules on defective graphene was studied using
reactive molecular dynamics. The results show that increasing the size and concentration of defects
enhances adsorption through the redistribution of partial charges. At the highest defect fraction, the
gravimetric density reached 2.16 wt.%.
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