O6J1ikoBa KapTKa [IiP

I. 3arasibHi BimOMOCTI

Jep>kaBHUH 00J1iKOBHI HOMeP: 0224U033365

Jep>kaBHUH peecTpauiliHUI HOMEP: 0124U004952

Oco06J1uBi TO3HAYKHU: Binkpura

JaTa peectpamnii: 25-12-2024

II. Etran BukoHnauus JiP
Homep eramny: 1

HasBa erany: Crsopenns MIJKM 17151 npoBefieHHs PyHIaMEHTAIbHUX HAYKOBUX JIOCIiZPKEHb METOJIaMU

KOMIT'IOTEPHOT'O MOJIEJIIOBAHHSI.
IToyaToK eTamy: 08.2024
3akiH4YeHHs eTamy: 12.2024

Buz 3BiTHOrO AOKYMEHTA: [IpoMiKHMIA 3BiT

I11. BizomocTi npo BukoHaBus JIiP

IloBHe HaliMeHYBaHHSI IOPUAUYHOI 0coou (a00 ITIB ¢izuyHOi 0c00H): IncTUTyT disuku

KOHJIEHCOBaHMX cucTeM HalioHanbHOI akageMii HayK YKpainu

Kopg 3a €IPIIOY: 05540014

Micue3HaxoaKeHHS: ByJ1. CBeHLiLbKOTO, 6yA. 1, M. JIbBIB, JIbBiBCbKa 0041., 79011, Ykpaina
dopma BaacHoOCTI:

Cdepa ynpaBiiHHS: Haujonanbna akaziemist Hayk Ykpainu

InenTudgikarop ROR: He zacrocosyerscs

Poamip opranisarii:

Tenedon: 380322761978, 380322761158

IV. BimomocrTi nnpo criiBBUKOHaBIIiB [IiP



V. BimomocrTi npo 3amoBHHKa [IiP

IloBHe HaliMeHyBaHHs IOPHIHYHOI 0ocoou (a6o ITIB ¢pizuuroi 0co6H): Hanjonansuuit pomnn

JIOCJiIKEHb YKpaiHU

Kog, 3a EIPIIOY: 42734019

Micuesnaxo,szeHHa: ByJ1. bopuca I'piHdeHka, 1, m. Kuis, 01001, Ykpaina
dopma BaacHOCTI:

Cdepa ynpaBiriHHS: KaGiser MiicTpis YkpaiHu

ImenTudikarop ROR: He zacrocoyerbcs

Poamip opranisanii:

Tenedon: 380442981622

VI. I>kepeJia, HanpsiMHu Ta oocsiru pinaHcyBaHHs JIiP

IlincraBa ojist npoBeaeHHs [iP: 34 - norosip (3aMOBJIEHHS) 3 IEHTPaTbHUM OPraHOM BUKOHABYOI BIajy,

akazemielo HaykK (TOJIOBHUMM PO3NOPSIHUKAMU OI0pKETHUX KOWITIB Ha TposefeHHs HIIJIKP)

Hampsam (l)iHchyBaHHﬂ: 2.1 - pyHIaMeHTabHI JOCIIIPKEHHS
I>kepesia piHaHCYBaHHS

7713 - KOWTH ep>KO0I0A KeTy

Kopg, nporpamuoi kinacudikanii BuzaTkiB i KpeguryBaHHs (KITKBK): 2201300

dakTuuHHi 06csar ¢piHaHCYBaHHS (THC. IPH.): 4683.129




VII. BizomocrTi npo IiP
Ha3sBa po6oTH yKpaiHCBHKOIO:

MbixpucuuniHapHUAN LEHTP KOMITIOTEPHOTO MOJIEJIIOBaHHSI: CTBOPEHHS, QyHIaMEeHTaJbHI JOCiI)KEHHS, HaBYaHHS

Ta CTaJINM PO3BUTOK

Ha3sBa po60oTH aHIJIiHCBHKOIO:

Interdisciplinary Center for Computer Simulations: creation, basic research, teaching and sustainability

Pedepar yKpaiHCBKOIO:

CrBOopeHO MiKXOUCUUIIIIHAPHUI LIEHTP KOMITIOTEPHOTO MOJEIOBAHHS K iH(PPACTPYKTYPHY OAUHULIIO IHCTUTYTY
disuku KoHJeHcoBaHux cucrteM HAH Vkpainu. Buenoto panoro IOKC 3atBeprkeHo IlosoxeHHs (cTaTyT) Ipo
MLKM. I[IpoBenieHO NeperoBopu 3 rapaHTaMU OCBITHIX Iporpam Ta aAMiHictpauieio Qisu4HOro PaKkyabTeTy
JIpBiBCBKOTO HalliOHAJIBLHOTO YHiBepcUTeTy iM. I. OpaHKa CTOCOBHO IPOBENIEHHS HAaB4YaIbHUX KypciB mpu MIIKM Ta
IIpO MiATrOTOBKY BifnosigHOro gorosopy Mk JIHY im. I. ®@panka ta IOKC HAH Ykpainu. 3anoyaTkoBaHO peryJsipHi
ceMiHapu/BOPKUIONHX Yepe3 MPOBeJeHHs 1-ro Mi>KHAPOJHOrO opivyHOro BopKiony “Nanophysics meets computer
simulations”, B skomMy 8 smcTonaza npuitMany y4acTh JOCAiGHUKY 3i YKpainu (3i JIbBoBa, Kuena, XapkoBa),
lisernapii, @panuii ta CIIA. CTBOpeHO HaBYaJIbHUI KypC IJ1s1 [TOYATKIBLiB B KOMITIOTEPHOMY MOJIEJIIOBaHHi
“OcHoBM MoeMoBaHHS MeTofoM MoHnTe-Kapso”. IIpoBesieHo psii HayKOBUX I€PeJOBUX NOCiIKEHb 3
BMKOPHCTaHHSIM KOMITIOTEPHOIO MOJEJII0BAaHHS 3TiJHO 3alylaHoBaHuX B KaneHnapHoMy milaHi Ta TexHiYHOMY
3aBJaHHI HAINPsIMKiB. Pe3ysbTaTy 0My01iKOBaHi B 4 HAYKOBUX CTATTSIX B )KypHasax 3 KBapTuio Q1 Ta 5 Tesax
HayKOBUX KOHQepeHLiil. [IpoBesieHo NiIroTOBKY IPUMIIIEHHS 1711 KOMITI0TepHOro kiacy MIJKM B rosoBHOMY
kopnyci IOKC HAH YkpaiHnu. 31ificHeHO 3aKyIIiBJII0 KOMITIOTEpHOro Kjacy Ha 10+1 micup. 3AiliCHEHO 3aKyMiBJIO
madu Ta cepBepiB AJ1s1 06YUCIIOBaTIbHOTO Knactepy MIIKM, skuii cTaHe OCHOBOIO 1711 BUCOKOIIPOAYKTUBHUX

obuncneHs npu MIIKM.

Pedepar aHI1iliCbKOIO:

The Interdisciplinary Center for Computer Simulations (ICCS) was founded as an infrastructural unit of the
Institute for Condensed Matter Physics (ICMP) of NAS of Ukraine. The Academic council of ICMP unanimously
voted for the Regulations (Charter) of ICCS. Meetings with the administration and responsible persons for M.Sc.
and Ph.D. programs at the Department of Physics of the Ivan Franko Lviv National University were organized. It
was agreed about the courses for students to be taught at the ICCS and about a corresponding Agreement
between the I.Franko LNU and ICMP. Regular seminars /workshop were initiated and a 1-st annual workshop
“Nanophysics meets computer simulations” was organized on the 8-th November 2024. In the workshop
participated researchers from Ukraine (Lviv, Kyiv, Kharkiv), Switzerland, France and USA. An educational course
for beginners in the computer simulations entitled “Basics of Monte-Carlo simulations” was prepared. A number of
advanced scientific studies with applications of computer simulations were carried out in agreement with the
Calendar plan and Technical task. The results of these studies were published in 4 scientific papers in journals from
quartile Q1 and in 5 Abstracts of scientific conferences. A room in the main building of ICMP was cleaned up for the
computer lab of ICCS. A purchase of a 10+1 equipment for the computer class was made. A purchase of a rack for
cluster units and servers for computing cluster of ICCS was performed. The cluster will be the main unit for the
high-performance computing at ICCS.

Inpexc YIK: 53.072;53:004
Koau TemaTHYHHUX PYOPHK: 29.03.77
KepiBHUKH po6oTH

BiacHe IIpizBuie Im'sa I10-6aThKOBI: Bprk Tapac Muxaiinosuy



HaykoBu# CTymiHb.1. {.-M. H.
BueHe 3BaHHA: npodecop, wieH-kop. HAH Ykpainu
InenTudikarop ORCID ID:

JonaTkoBa iHdopmais:

VIII. HaykoBa (HayKoBO-TexHi4yHa) npoayKuis (HTII)
Ha3zsa HTII ykpaiHCBKOIO: CTarTi B MDKHAPOAHNX HAYKOBUX JKYpPHAJIax
Hazpa HTII aHrsiiicbKOI0: Articles in international scientific journals
HTII, sixy nepezn6ayasiocsi CTBOPUTH:

IIpuunnu, yepe3s saki HTII ne 6ysi0 cTBOpeHoO:

OTpnmaHi pe3yJbTaTH. MeTtoau, Teopii, CTBOpeHO MiXKIMCUUIIIHADHUIA LEHTP KOMITIOTEPHOTO
MogesoBaHHs. CTBOPEHO HaBYaJIbHUI KyPC [1J1s MTOYaTKiBLiB Y KOMIT'IOTEPHOMY MOJieioBaHHi. [IpoBeneHo 1-my

Mi’KHapOJHY IOPiYHy po60Uuy Hapamy.
I‘aJIy31> 3aCTOCYBaHHSI: JloCiIKEHHS B rajy3i IPUPOJAHUYNX HAyK
PeecTpanifiHuil HOMep KapTKH TE€XHOJIOTii:

Onuc HTII: 3a pesysnbratamu 1-ro etany mpoekTy omy61iKoBaHo 4 CTATTi B MDKHAPOJHUX (HaxOBUX SKypHA/Iax: 2 —

Journal of Chemical Physics, 1 - Physical Chemistry Chemical Physics, 1 - Scientific Reports.

ComnianbHO-eKOHOMIYHA cripsimoBaHicTh HTII: Gyunamentanbhi nociiokenns B ramysi npupogHudmx

HayK

Bnyins HTII Ha moBKiJjiis:

BnposapaskeHHst HTII: He snpoBamxeHo

ITpakTuyHa peasnizanis HTTI
IToyaToK eTamy:
3aKiHYeHHs eTaly:

Crno>kuBavi NPOAYKILii:

IlepcrieKTHBHI pUHKH:

XapakTep cniBpoOiTHHIITBA 3 iHBECTOPOM
IToTpiOHUI 00CAT iHBECTHILiH, THC. TPH.:
IIpaBa, 0 HafAIOTHCS iHBECTOPY MiCJIsA 3aBEPIIEHHSI POOOTH:
HasBHicTb 0i3Hec-NJIaHY:
TexHiKO-eKOHOMiIYHE OOrpyHTYBaHHSI
IloTeH1iaIbHUI 0OCST IIPOJASKY, THC. TPH..
OuikyBaHHI TepMiH OKYIHOCTi (pPOKiB):

JopaTtkoBa iHdpopmamuist:



IX. Bi6sriorpadiuHuii onuc

T. Bryk, A.P. Seitsonen, G. Ruocco, “Is the mechanism of "fast sound"the same in liquids with long-range
interactions and disparate mass metallic alloys?” The Journal of Chemical Physics, 161, no. 19, (2024) 194503.

T. Bryk, M. Kopcha, I. Yidak, “Propagation gap for shear waves in binary liquids: Analytical and simulation study”,
The Journal of Chemical Physics, 161, no. 18, (2024) 184505.

H. Butovych, F. Keshavarz, B. Barbiellini, E. La"hderanta, J. Ilnytskyi, T. Patsahan, “Role of EDTA protonation in
chelation-based removal of mercury ions from water”, Physical Chemistry Chemical Physics, 26 (2024): 25402~
25411.

Y. Shchur, H.E. Karout, B. Sahraoui, B., A. Andrushchak, G. Beltramo, D. Pustovyi, S. Vitusevich, P. Huber, A.V. Kityk,
“Synthesis, nanocrystalline morphology, lattice dynamics and nonlinear optics of mesoporous SiO2&LiNbO3
nanocomposite”, Scientific Reports, 14 (2024) 24237.

H. Butovych, T. Patsahan, J. Ilnytskyi, E. La"hderanta, B. Barbiellini, F. Keshavarz, “Chelation of heavy metals by
ethylenediaminetetraacetic acid in aqueous solution”, EMLG-JMLG Annual Meeting 2024, Structure and Dynamics
of Hydrogen-Bonded Systems, 8-13 September, 2024, Trieste, Italy, Book of Abstracts, p. 96.

H. Butovych, F. Keshavarz, J. llnytskyi, B. Barbiellini, E. La"hderanta, T. Patsahan, “Computer simulation of
complexes formed by heavy metal ions and EDTA molecules in aqueous solution”, 1st annual workshop on the use
of computer simulations in nanophysics “Nanophysics meets computer simulations”, November 8, 2024, Lviv,
Ukraine, Book of Abstracts, p. 9.

R. Sokyrko, A. Baumketner, “Aggregation pathways of amyloidogenic KFFE peptide”, 1st annual workshop on the
use of computer simulations in nanophysics “Nanophysics meets computer simulations”, November 8, 2024, Lviv,
Ukraine, Book of Abstracts, p. 13.

T. Bryk. “Exotic Properties of Condensed Matter Under High Pressure From ab initio Computer Simulations”, 4th
International Conference on Innovative Materials and NanoEngineering (IMNE'2024), September 13-16, 2024,
Dovgoluka, Ukraine. Conference programme and Book of abstracts. p.33.

Ya. Shchur, A.V. Kityk, V. Adamiv, S. Vitysevich, A. Andrushchak “Experimental and Theoretical Investigations of
Nanocomposite Materials Based on Si and SiO2 Porous Matrices”, 4th International Conference on Innovative
Materials and NanoEngineering (IMNE'2024), September 13-16, 2024, Dovgoluka, Ukraine.
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