KOJOKBUYM ,,AJJEKCEHW HMEJYJIKO”
CEKIOUA ,IOBBPXHOCTH U KOJOUAN”
HMHCTUTYT IIO ®PUZUKOXUMUA HA BAH

ChbOBIEHUE

Ha 20 oxkromBpu 2017 r. (merbk) ot 11:00 yaca B 3aha ,,boamman” Ha
NdOX-BAH, me ce mposene 3aceganue Ha KonokBuyma cbC claenHus
JTHEBEH pe;

1. Joxkman na Hukonaii IlanueB Ha Tema:

,»The role of canonical ensemble in predicting the toluene
film structure under external electric field”

Formation of water-in-oil emulsions is common during the gasoline
production. A thin oil film is formed to stabilize the emulsion when two
drops approach each other. The demulsification requires rupturing of this
thin liquid film usually by applying a strong electric field. Because the
interest in rupturing mechanism is still vivid and needs a fundamental
understanding, the present study has pursued the mechanism of film rupture
by implementing the Molecular Dynamics method, which enables details at
a molecular level. Two canonical ensembles, NVT and NPT were used to
determine the strength of the field necessary to rupture the film. We observe
a decreased film stability within the NPT ensemble in comparison to the
NVT ensemble. As a result, the film is ruptured at a weaker electric field,
I.e. 75 mV/nm instead of 120 mV/nm in the NVT ensemble. We show that
the external field induces charge accumulation at the film interfaces, the
charge increases with the field increase accompanied by a non-
homogeneous film thinning. The film ruptures due to surface charge density
gradient.

2. Paznu (chOOIIEHNS, OpraHU3alliOHAY U . BBIIPOCH).



