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1. Oco6MBOCTI MIKPOCTPYKTYpH Ta JUHAMIKM HEBOJHUX PO3UMHHUKIB Ta €JIEKTPOJITHUX PO3YMHIB Yy ByIJIeLeBUX

HaHOTPYOKax

2. The Peculiarities of Microstructure and Dynamics of Non-Aqueous Solvents and Electrolyte Solutions Confined
by Carbon Nanotubes

Pedepar:

1. O6'eKT - (Pi3MKO-XiMi4Hi BJIJACTUBOCTI PO3YMHIB y ByIjelLeBux HaHOTPyOKkax (CNT); MeTa - BCTAaHOBJIEHHS
3akoHOMipHoOcTel BILIMBY CN'T Ha CTPYKTYpy Ta IUHAMIKY €JIEKTPOJIITHUX PO3YMHIB Y 3aJ1€3KHOCTI Bifj IPUPOAM
PO3YMHHUKA; METOJ, - MOJIEKYJIIPHO-IMHAMIYHE MOJIE/IIOBAHHS; HOBU3HA - BCTAHOBJIEHO BJIACTUBOCT]
€JIEKTPOJITHUX pOo3urHiB Bcepennni CNT; pe3ysibTaTi - pO3BUHEHO METOJUKY MOJIE/IIOBaHHS OOMEXEHNX
€JIEKTPOJIITHUX PO34KHIB, BCTAHOBJIEHO iX i3uKo-XiMiuHi BnacTuBocTi Bcepenuni CNT, naHo pekomeHaaliii mono
BUKOPUCTAHHS Y €JIEKTPOXiMIYHUX MIPUCTPOSIX; BIPOBAIKEHHS - KOMILIEKC nporpam MDCNT BnposamkeHo y JITHY
HTK "Inctutytr Monokpucranis" HAH Ykpainu; ranyss - ¢pisudHa Ximis.

2. The objects are physico-chemical properties of electrolyte solutions confined by carbon nanotubes (CNT), aim -
to determine the CNT influence on the microscopic structure and dynamics of electrolyte solutions against the
solvent nature; method - molecular dynamics simulation; the new approach lies in the exploration of the confined



electrolyte solutions simulation techniques,finding their physico-chemical properties inside the CNT, the
suggestions about using these objects in the electrochemical devices are given; implementation of the MDCNT
programming package is made in STC "Institute for Single Crystals" NASU; the field is physical chemistry.
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