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PREFACE

XXII International Conference on Chemical Thermodynamics in Russia, RCCT-2019
June 19-23, 2019, St.Petersburg, Russia: Abstracts.

This book contains the scientific program and the abstracts of presentations at the XXII
International Conference on Chemical Thermodynamics in Russia (RCCT-2019). The
conferences on chemical thermodynamics are among the largest conferences held in Russia
since 1961. Until 1977 a conference of this series was called “All-Union Conference on
Calorimetry" and later, until 1992, "All-Union Conference on Calorimetry and Chemical
Thermodynamics”. After a long break the tradition of holding these conferences was revived
in St.Petersburg (2002). Today the RCCT International Conferences are organized every two
years by large Russian scientific centers that have included Moscow (2005, 2013), lvanovo
(2007), Kazan (2009), Samara (2011), Nizhny Novgorod (2015) and Novosibirsk (2017).
Every RCCT is a unique and important scientific event both for Russian and international
thermodynamic communities. The conference traditionally covers all aspects of chemical
thermodynamics from fundamentals to applications, including multidisciplinary approaches
and related fields of science.

RCCT2019 takes place in the year declared “The International Year of Periodic Table of
Chemical Elements” that marks the 150th anniversary of the publication of Mendeleev’s
Periodic Table of Chemical Elements in 1869; you can see the original Mendeleev’s lifetime
Periodic Table right at its birthplace in one of the meeting rooms of RCCT2019. Our
conference brings together around 300 scientists from 22 different countries; many of them
are young researches, including undergraduate and graduate students. Two junior poster
awards have been established by the organizers for the best poster presentations: the RCCT-
2019 junior poster award “Excellence in Chemical Thermodynamics” and “Mikhail M.
Schultz award”, a special award dedicated to 100 years from the birthday of Acad. Mikhail M.
Schultz.

The scientific program of RCCT2019 includes plenary and invited lectures, 3 parallel sessions
of oral presentations and 3 poster sessions. These contributions reflect the latest trends in
Chemical Thermodynamics, including the development and application of theory, new
experimental techniques and computer simulation for a variety of different systems.

It is our pleasure to thank all the participants of RCCT2019 and to welcome you in
St.Petersburg. We only hope that the treacherous St.Petersburg’s weather will not prevent us
from enjoying the beauty of our city and its magnificent “white” nights.

On behalf of the organizers,

Alexey Victorov, RCCT2019 Vice-chair

Saint Petersburg, Russia Vil RCCT-2019
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WEDNESDAY, 19.06.2019

Arrivals
17.00 -19.30 Registration (Ceremony Hall, main building)
19.30 Welcome reception
THURSDAY, 20.06.2019
09.00 — 09.15 | Opening (Ceremony Hall, main building)
Plenary session (Ceremony Hall, main building)
Chair: Sadowski G., Coutinho J.
09.15-9.50 Sadowski G. (p. 4)
9.50 - 10.25 Coutinho J. (p. 5)
10.25-11.00 | Anisimov M. (p. 6)
11.00 - 11.30 Coffee break
Section 2: Section 1: Development | Section 5:
Thermodynamics of | of General Methods and | Thermodynamics of
Liquids, Fluid Tools of Chemical Functional Materials
Mixtures, and Phase | Thermodynamics: New | and Engineered Self-
Equilibria Experimental Assembly
(Ceremony Hall, main | Techniques, Theory and | (Mendeleev Center
building) Computer Simulation building)
Chair: Anisimov M., (Room 133, main Chair: Markarian Sh.,
Kleiber M., building) Bykov A.
Chair: Yagofarov M.,
Kiselev M.
11.30 - 11.50 | Nikitin E. (p. 8) Schawe J. (p. 16) Bykov A. (p. 24)
11.50 - 12.10 | Khodov I. (p. 9) Nagrimanov R. (p. 17) Schick C. (p. 25)
12.10 - 12.30 | Chuev G.N. (p. 10) Yagofarov M. (p. 18) Antina L (p. 26)
12.30-12.50 | Shilov I. (p. 11) Chua. (p. 19) Emelianova K. (p. 27)
12.50 - 13.10 | Kleiber M. (p. 12) Schick C. (p. 20) Markarian Sh. (p. 28)
13.10-13.30 | Polishuk I. (p. 13) Toikka A (p. 21) Kuznetsov V (p. 29)
13.30 - 13.50 | Davydov A. (p. 14) Asadov M. (p. 22) Milyaeva O. (p. 30)
13.50 - 15.30 Lunch
Plenary session (Ceremony Hall, main building)
Chair: Ciach A., Brilliantov N.
15.30 - 16.05 | Kiselev M. (p. 32)
16.05-16.40 | Idrissi A. (p. 33)
16.40-17.00 | Schawe J.E.K. (p. 34)
17.00 — 18.30 Poster Session 1 (p. 125)
20.00 — 23.00 | Gala Dinner (Grand Duke’s Palace, next to the Hermitage)
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FRIDAY, 21.06.2019

Plenary session (Ceremony Hall, main building)
Chair: Victorov A., Shchekin A.

09.00 - 09.35 | Budkov Yu. (p. 36)
09.35-10.10 | Ciach A. (p. 37)
10.10 — 10.45 | Brilliantov N. (p. 38)
10.45-11.15 Coffee break
Section 2: Section 4: Section 5:
Thermodynamics of | Thermodynamics of Thermodynamics of
Liquids, Fluid Interfacial and Confined | Functional Materials
Mixtures, and Phase | Phenomena and Engineered Self-
Equilibria (Room 90, main building) | Assembly
(Ceremony Hall, main | Chair: Barannikov V., (Mendeleev Center
building) Idrissi A. building)
Chair: Banerjee T., Chair: Marczak W,
Sineva S. Sizova A.
11.15-11.35 | Vorozhtcov V. (p. 40) Shchekin A. (p. 48) Amashaev R. (p. 56)
11.35-11.55 | SinevaS. (p. 41) Barannikov V. (p. 49) Sizova A. (p. 57)
11.55-12.15 | Shner N. (p. 42) Kopanichuk 1. (p. 50) Asabina E (p. 58)
12.15-12.35 | Banerjee T (p. 43) Akimenko S. (p. 51) Marczak W. (p. 59)
12.35-12.55 | Nikfarjam S. (p. 44) Sizov V. (p. 52) Mosyagina S. (p. 60)
12.55-13.15 | Rychkov D. (p. 45) Baidakov V. (p. 53) Vasileva A. (p. 61)
13.15-13.35 | Alekseeva O. (p. 46) Samsonov V. (p. 54) \oznesenskiy M. (p. 62)
13.35-15.00 Lunch
Section 2: Section 1: Development | Section 5:
Thermodynamics of | of General Methods and | Thermodynamics of
Liquids, Fluid Tools of Chemical Functional Materials
Mixtures, and Phase | Thermodynamics: New | and Engineered Self-
Equilibria Experimental Assembly
(Ceremony Hall, main | Techniques, Theory and | (Mendeleev Center
building) Computer Simulation building)
Chair: Pimerzin A., (Room 90, main building) | Chair: Kurapova O.,
Gabrielyan L. Chair: Ciccioli A., Zherikova K.
Ustinov E.
15.00 — 15.20 | Pimerzin A. (p. 64) Medvedev N (p. 72) Gavrichev K. (p. 80)
15.20 - 15.40 | Gabrielyan L. (p. 65) Ustinov E. (p. 73) Zherikova K. (p. 81)
15.40 - 16.00 (I\Slrgg)rmlchenko E. Ukhov S. (p. 74) Lozanov V. (p. 82)
16.00 — 16.20 | Cherkasov D. (p. 67) Varfolomeev M. (p. 75) Zavrazhnov A. (p. 83)
16.20 - 16.40 | Oparin R. (p. 68) Khvan A. (p. 76) Kurapova O. (p. 84)
16.40-17.00 | Sineva M. (p. 69) Ciccioli A. (p. 77) Mikhailov O. (p. 85)
17.00 - 19.00 Poster Session 2 (p. 191)

Saint Petersburg, Russia

Xl

RCCT-2019




SATURDAY, 22.06.2019

Plenary session (Ceremony Hall, main building)

Chair: Neau E., Smirnova I.

09.00 - 09.35 | Monte M. (p. 88)
09.35-10.10 | Smirnova . (p. 89)
10.10 - 10.45 | Skorb E. (p. 90)
10.45-11.15 Coffee break
Section 2: Section 4: Section 3:
Thermodynamics of | Thermodynamics of Thermochemistry and
Liquids, Fluid Interfacial and Confined | Databases
Mixtures, and Phase | Phenomena (Mendeleev Center
Equilibria (Room 90, main building) | building)
(Ceremony Hall, main | Chair: Gor G., Chair: Verevkin S.,
building) Noskov B. Vecchio Ciprioti S.
Chair: Smirnova I.,
Skorb E.
11.15-11.35 | Orekhov M. (p. 92) Noskov B. (p. 100) Zelenina L. (p. 108)
11.35-11.55 | Fomin Yu. (p. 93) Kolesnikov A. (p. 101) Davalos J. (p. 109)
11.55-12.15 | Brazhkin V. (p. 94) Tavares F.W. (p. 102) Samosudova Ya. (p. 110)
12.15-12.35 | Toikka M. (p. 95) Lasich M. (p. 103) Verevkin S. (p. 111)
12351255 | giotrov M. (p.96) | Tsiok E. (p. 104) zgeclc{‘;)’ Ciprioti S.
12.55-13.15 | AdamovaT. (p. 97) Talyzin 1. (p. 105) Morozov I. (p. 113)
1315-13.35 Abdulagatov 1. (p. 98) | Baidakov V. (p. 106) I(\Slrflsz)mchenko E.
13.35-15.00 Lunch
Special session “100 Years from Birthday of Acad. Mikhail M. Schultz”
(Ceremony Hall, main building)
Chair: Toikka A, Stolyarova V.
15.00 - 15.35 | Rusanov A.l. (p. 116)
15.35-16.10 | Toikka A. (p. 117)
16.10 - 16.45 | Stolyarova V. (p. 118)
16.45 - 18.45 Poster Session 3 (p. 265)
SUNDAY, 23.06.2019
Plenary session (Ceremony Hall, main building)
Chair: Gor G., Gavrichev K.
09.00 —09.35 | Jacobson N. (p. 120)
09.35-10.10 | Kramarenko E. (p. 121)
10.10-10.45 | Gor G. (p. 122)
10.45-11.15 Coffee break
11.15-11.50 | Vishnyakov A (p. 123)
11.50-12.25 | Samsonov V. (p. 124)
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12.25-12.40 | Solomonov B.N. Presentation of the 23th RCCT

12.40 - 13.00 Conference Closure

13.10 - 14.40 Lunch
Departure

Sectional talks: 20 min (15 min for talk + 5 min for questions)
Plenary talks: 35 min (30 min for talk + 5 min for questions)

Saint Petersburg, Russia XV
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THURSDAY, 20.06.2019

PLENARY SESSION
Chair persons: Sadowski G., Coutinho J.

Thermodynamics and Kinetics of Biochemical and Chemical Reactions

I F= T [0S LI TN 4
DES - Do they exist? And Why Should You be Concerned About it...

L7 0] 8111 o T 1 U 5
Thermodynamics of Fluid Polyamorphism

ANISIMOV ML A e 6

SECTION 2: Thermodynamics of Liquids, Fluid Mixtures, and Phase Equilibria
Chair persons: Anisimov M., Kleiber M.

Critical Properties, Heat Capacities, and Thermal Diffusivities of Levulinic Acid and its
n-Alkyl Esters

Nikitin E.D., Popov A.P., Bogatishcheva N.S. and Faizullin M.Z. .............ccooooiiiiiiienn e, 8

Screening of Conformational Diversity of Molecules of Biologically Active Compouds
Based on Nuclear Overhauser Effect Spectroscopy

Khodov LA, EfIMOV S.V., KIiSEIEY M.G. .....ceeiiiiiieeee e 9
Site Density Models of Inhomogeneous Classical Molecular Liquids
ChUEV G.N., FEAOIOVA M.V ... et e et e et e e e e eaas 10

Permittivity and Activity Coefficients in Aqueous Solutions of Electrolytes: Insights from
the Extended Debye-Hiickel Theory

Shilov LYU., LyashChenko A K. ... ...t e e e et e e e e e e eenene 11
An Azeotrope in the Desert
QL2111 Y 12

Implementation of CP-PC-SAFT EoS for Predicting Thermodynamic Properties of 1-
Alkyl-3-methylimidazolium bis(trifluoromethylsulfonyl)imide lonic Liquids and Phase
Equilibria in their Binary Systems without Fitting Adjustable Parameters

0 115 T 13
Calculation of the Contribution of Polarization Interactions in the Energy of Alkali

Halide Melts by the Method of Thermodynamic Perturbation Theory

Davydov A.G., TKACHEY NLK. ... e e e e et e e e et e e e e et e e e e anaaeeaens 14

SECTION 1: Development of General Methods and Tools of Chemical
Thermodynamics: New Experimental Techniques, Theory and Computer
Simulation

Chair persons: Yagofarov M.,Kiselev M.

Transformations in Glasses and Nano-structured Materials Measured by Fast
Differential Scanning Calorimetry

SCRBWE J. ..ottt et E R R R R R R R e R e n e s R e e n e e e 16
Improving the Method of Solution Calorimetry for Evaluation of The Enthalpies of

Saint Petersburg, Russia XVII RCCT-2019



Phase Transitions and Condensed State Enthalpies of Formation
Nagrimanov R. Samatov A.A., Zaitsau Dz. H., Verevkin S.P., Solomonov B.N................... 17

On the Ways of the Fusion Enthalpy Determination below the Melting Temperature
Yagofarov M.1., SOIOMONOV B. N......ciiiiiiiiiiiiiiiie e e e e e e s e e e eaeeeenne 18

Direct Determination of the Thermodynamic Properties of Melting for Amino Acids
Chua Y.Z., Abdelaziz A., Zaitsau D., Held C., Do H.T., Schick C..............cccccviiimimiiiinniinnnns 19

Determination of the Sublimation Vapor Pressure of Thermally Labile Compounds with
Fast Scanning Calorimetry

Abdelaziz A., Zaitsau D.H., Verevkin S.P., SChIiCK C.....uiiuiiii e 20
Alternative Forms of Conditions of Thermodynamic Stability
TOiKKa A.M., GrOMOV D.V. ..ottt ennnennes 21

Nonequilibrium Thermodynamics of Oxidative Recovery Reactions Vanadium
Containing Titanomagnetite Concentrates

Mammadov A.N., Sharifova U.N., Qasimova A.M., Samedzade Q.M., Asadov M.M........... 22

SECTION 5: Thermodynamics of Functional Materials and Engineered Self-
Assembly

Chair persons: Markarian Sh., Bykov A.

Relaxation Processes in Monolayer of Pulmonary Surfactant
Bykov A.G., Loglio G., Miller R., Milyaeva O.Y., NOSKOV B.A. .......ccoovriiiiiii e, 24

Tammann's Nuclei Development Approach in Crystallization of Macromolecules

Schick C., Andrianov R., Mukhametzyanov T., AndrosCh R...........cccooiiiiiiiiiiiiiii s 25
The Influence of Structural Factors on The Spectral Properties and Prospects of

Application of Bis(BODIPY) Luminophors

Antina L.A., Ksenofontov A.A, Kalyagin A.A., Antina E.V., Berezin M.B., Dyshin A.A. ........ 26

Molecular Thermodynamic Modeling of Stomatosomes and Flat Perforated Bilayers in
Surfactant Mixtures

Emelianova K.A, Sorina P.O., VICIOTOV ALl .....ieeiiie ettt e e e 27
Effect of Dialkylsulfoxides on the Thermal Denaturation of DNA
L LT L TS T A S 28

Effect of Acidity and Cloride Addition on Phase Equilibria in Aqueous Two-Phase
System Peg-1500-Sodium Sulfate

Kuznetsov V.N., Milevskii N.A., Kabanova E.G..........cooviiuiiiiiiiiiieeeee e e e e 29

Polydopamine Films: the Dynamic Surface Rheology Study

Y127 T U 30
PLENARY SESSION

Chair persons: Ciach A., Brilliantov N.

Possibility of Pressure Crossover Prediction by Classical DFT for Sparingly Dissolved
Compounds in Supercritical Carbon Dioxide

Kiselev M.G., Budkov Y.A., Ivlev D.V., Kolesnikov A., Kalikin N.N. .......ccoooviiiiiiiniiiniiee, 32
Mixing two Neat Liquids in Computer Simulation: Free Energy Calculation and Local
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Structure Analysis

Jedlovszky P., Fabian B., Kiss B., Sz6ri M., and IdriSSi A. .........oouuuiiiiiieeeiiiieee e 33
Innovations in Thermal Analysis — the New Flash DSC 2+
Flachsmann B., SChAWE J.E.K ... e e e e st s st s s s raseanaees 34

FRIDAY, 21.06.2019

PLENARY SESSION
Chair persons: Victorov A., Shchekin A.

Modified Poisson-Boltzmann Equations with Explicit Account of Polarizable Impurities
in the Context of Electric Double Layer Theory

Budkov Y.A., Kolesnikov A.L., KiSEIEV M.G. ....cooirii e eaaean 36
Theory for Systems with Spontaneous Inhomogeneities on a Mesoscopic Length Scale
L= o SRR 37

Conformational Control of Polyelectrolyte Chains by Electric Field: from Field-Operated
Collapse to Nano-Actuators

oY1 TE= T e T (o AV AN Y 2T 38

SECTION 2: Thermodynamics of Liquids, Fluid Mixtures, and Phase Equilibria
Chair persons: Banerjee T., Sineva S.

Comparison of Thermodynamic Properties in the Gd,03-ZrO,-HfO,, Sm,03-ZrO,-HfO,
and Sm,0s-Y,05-HfO, Systems at High Temperatures

Stolyarova V.L., Vorozhtcov V.A., Lopatin S.|. ..o 40

Experimental Study of the Slag/Matte/Spinel/Gas Equilibria in the
Sineva S., Shichin D., Shevchenko M., Hayes P.C., JaK E. .............uuuuiiiimiiiiiiiiiiiiiiiiiiiiinnnns 41

Liquid-Liquid Equilibria for Separation of Alcohols from Esters Using Deep Eutectic
Solvents Based on Choline Chloride: Experimental and PC-SAFT Modeling

Samarov A., Prikhodko I. Shner N., Sadowski G., Held C., Toikka A. ......coovveeiiiiiiieieeann, 42
A Priori Prediction of Liquid-Liquid-Liquid Equilibria Using COSMO-SAC Model
Banerjee T., Kundu D., Bairagya P. .......cccoooi i 43

Nature of Mesoscopic Aggregates in Lysozyme Solutions

Nikfarjam S., ANiSIMOV M., WOENI T.J. ... 44
Current Experimental and Theoretical Concepts for High-Pressure Phase Transition
Studies in Molecular Crystals

RYCHKOV DL A. .. e 45

Modifications of Differential Adiabatic Scanning Microcalorimetry Method for Melting of
Multilamellar DMPC Membranes

Alekseeva O.M., Krementsova A.V., KiM YU.A. ...t e e eae e 46

SECTION 4: Thermodynamics of Interfacial and Confined Phenomena
Chair persons: Barannikov V. , Idrissi A.

Thermodynamic Model of Solubilization in Direct Nonionic Micelle
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Thermochemical and Structural Description of Interaction Between Dipeptides and

Anionic Micelles

Barannikov V.P., Kurbatova M.S., BAdelin V.G.......coouniieiieieeeeee et e e e e 49
Solubilization of Organic Compounds in AOT Reverse Micelles by Molecular Dynamics
Simulations

Kopanichuk 1.V., Burovaya E.S., Vanin A A. ...t e e 50

Multi-Orientational Models of Planar Ordering of Functional Organic Molecules on
Solid Surfaces: Thermodynamics and Monte Carlo Simulation

AKIMeNKO S.S., GorbunoVv V. A., USHINOV E.A. ..ottt erees 51
Surfactant Effects on the Molecular Mobility in Confined Decane/Water Mixtures: A
Systematic Computational Study

Sizov V.V, Kopanichuk I.V., Berezhnaya A.S., Sizova A.A., Brodskaya E.N. ...................... 52
Interfacial Free Energy at a Curved Liquid—Crystal Interface: Molecular Dynamics
Simulation

Baidakov V.G., ProtSENKO K. R ....ouiiiiiiiii it e et e e st s st s et s e s saeeanaees 53
Molecular Dynamic Approaches to Prediction of Size Dependences of Thermodynamic
Properties of Metal Nanopatrticles

Samsonov V.M, Talyzin L.V., Vasiliev S.A., Kartoshkin A.YU........ccccceeeiiiiiiiiiiiiiiii e, 54

SECTION 5: Thermodynamics of Functional Materials and Engineered Self-
Assembly

Chair persons: Marczak W, Sizova A.

Synthesis and Antibacterial Properties of Nitrogen or Carbon Doped Titanium Oxide
Thin Films

Abdulagatov A.l., Ashurbekova Kr.N., Ashurbekova Ka.N., Amashaev R.R., Maksumova
A.M., Aliev A., Rabadanov M.Kh., Abdulagatov .M. ............cceeiiiiiiiiiie e 56
Separation of Gas Mixtures by Adsorption in CMK-5 and CMK-3: Effects of Adsorbent
Topology

Sizova A.A., Ivanova E.A., Sizov V.V., Brodskaya E.N. .........cccoeviiiiiiiiieceen e 57

Thermal Expansion of the Phosphates with Kosnarite and Langbeinite Type Structures
Asabina E.A., Pet'’kov V.I., Shipilov A.S., Alekseev A.A., Mayorov P.A., Glukhova I.O. ...... 58

Surface Pressure Model for Particle Layers on Liquids

Marczak W., Rogalski M., Modaressi A., Rogalska E. ..., 59
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SECTION 2: Thermodynamics of Liquids, Fluid Mixtures, and Phase Equilibria
Chair persons: Pimerzin A., Gabrielyan L.

Liquid Organic Hydrogen Carriers (LOHC): Thermodynamics of Hydrogenation-
Dehydrogenation of Polycyclic Aromatic Hydrocarbons and Nitrogen-Containing
Heterocycles

PIMErZiN AL A, VEIEVKIN S P ittt e e et et et e e e e et s e e et eerneeaeens 64

Dielectric Relaxation and Field-Cyclinc *H NMR Relaxometry Studies of
Dimethylsulfoxide/Glycerol Mixtures at Low Temperatures
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Thermodynamics of Perluoroorganic Compounds and the Additive Scheme of

Calculation of Vaporization Enthalpies

Pashchenko L.L., Druzhinina A.l., Miroshnichenko E.A. ........ccooviiiiiiiiiiiiiiie e 66

Influence of Salts on the Phase Behavior of Ternary Liquid Systems with a Closed
Delamination Field

CherkasoVv D.G., SMOLroV M.P., 1IN K. K. ... 67
Conformational Equilibrium and Polymorphism of Mefenamic Acid in Supercritical

Carbon Dioxide

Oparin R.D., Krestyaninov M.A., Idrissi A., KiseleV M.G. ..........oooviiiiiiieeeirieee e 68

Joint Approximation of Enthalpy Increments and Heat Capacity Data for Substances in
the Condensed State

Sineva M.A., Aristova N.M., Belov G.V., Lavrinenko Ya., Morozov I.V. ......cccccooeeiiiiinnninn.. 69

SECTION 1: Development of General Methods and Tools of Chemical
Thermodynamics: New Experimental Techniques, Theory and Computer
Simulation

Chair persons: Ciccioli A., Ustinov E.

Driving Forces of the Clustering in Solutions
IMEAVEAEY INLN. ...ttt e e e e ettt e e e e e et e e e e e e e e e et rreeeeas 72

Thermodynamics of Melting/Freezing Transition in Molecular Layers from a Monte
Carlo Simulation: a Direct Evaluation of the Chemical Potential

(O 1 0LV o RPN 73

Application of the Specific lon Interaction Theory for Investigation of Indium (111)
Complexation

UKNOV S A, e 74
A Promising Hybrid Methane Hydrate Inhibition on the Basis of Polyurethane for

Hydrate Management Risk: Thermochemistry, Kinetics and Phase Behavior

Varfolomeev MLA., FArhadian A. ......ooeniieiiii ettt e et e et e et e et e eaeaaaees 75
Transformation from 2nd to 3rd Generation of Critically Assessed Thermodynamic

Data for the Elements

ANV LI N A B 1T g 1=Yo =1 [ A (TP 76

Vaporization Thermodynamics of Tetramethylammonium lodide Revisited: a
Multitechnique Investigation

Brunetti B., Ciccioli A., Latini A., Panetta R., Patterson E.V., Vecchio Ciprioti S. ................ 77

Saint Petersburg, Russia XXI RCCT-2019



SECTION 5: Thermodynamics of Functional Materials and Engineered Self-
Assembly

Chair persons: Kurapova O., Zherikova K.

High-Temperature Thermodynamic Properties and Thermal Expansion of Some RE
Tantalates for TBC Materials

Gavrichev K.S., Guskov V.N., Ryumin M.A., Tyrin A.V., Khoroshilov A.V., Ashmarin A.A...80
In a Search for Enhanced Secondary Electron Emission: is there any Component
Interactions in MgO-RuO, System?

Zherikova K.V., Vikulova E.S., Vasilyeva |.G., Zabuslaev S.V. ........cccooooiiiiiiiiiiiieeeens 81
Formation of Refractory Hafnium- and Tantalum-Containing Compounds on Silicon

Carbide Support by the Reactive Chemical Vapor Deposition

LOZanNoV V.V., BaKIANOVA N. L. ..ottt e e et et e e e e e e enaeens 82

The Identification and Stablilization of New Phases in Ga — S and In — S Systems

Zavrazhnov A.Y., Nekrylov I.N., Brezhnev N.Y., Malygina E.V., Kosyakov A.V., Sidey V.I.,
VOIKOV V.V ettt e ettt e e et e et e et e e e e e e e e e e e e s 83

The Thermodynamic Approaches for Zirconia Based Precursors and Ceramics
Investigation
Kurapova O.Y., Shugurov S.M., Lopatin S.I., Vasil’eva E.A., Konakov V.G. ..........cccccee...... 84

Thermodynamics of Al,M; Metalclusters (M= 3d-Element) According to Quantum-
Chemical Calculation by DFT Method

Mikhailov O.V., ChaChKOV D.V . .. oottt et e e e e e e enaeens 85

SATURDAY, 22.06.2019

PLENARY SESSION
Chair persons: Neau E., Smirnova I.

Estimation of Thermodynamic Properties of Substituted Benzenes Related to their
Environmental Mobility

Monte M.J.S., AIMEIAA A R R P et 88
Phase Equilibria in Reactive Biocatalytic Processes
I 1011127017 89

Mesoscopic Non-Equilibrium Organic Periodic Self-Assembly
KOISOV S. @Nd_SKOID E.V. .oeeeiiiiiie it e e e e e e e e e e e e e 90

SECTION 2: Thermodynamics of Liquids, Fluid Mixtures, and Phase Equilibria
Chair persons: Smirnova |., Skorb E.

Effect of Fluctuations on Diffusivity in Liquid Solutions

NOIMAN GLE., OFEKNOV M A . ittt ettt ettt et et e e e e e e s e e eenaannas 92
Anomalous Behavior of Dispersion Curves in Water-Like Systems and Water
Fomin Yu.D., Tsiok E. N., Ryzhov V. N. and BrazhKin V. V. ........ccccviiiiiiiiieeeeee e 93

Precise Experimental Study of Water Thermodynamics up to the Record Pressures 12
kbar

Saint Petersburg, Russia XXI1I RCCT-2019



Brazhkin V.V., Dzhavadov L.N., Fomin Yu.D., Tsiok E.N., Ryzhov V.N. .........c.cccccceeinnnnnn. 94

Thermodynamic Peculiarities and Phase Diagrams of Biofuel Systems
Toikka M.A., Golikova A.D., PUlYalina A.YU. .....cooiiiiiiiii e 95

Topological Transformation of the Phase Diagrams of Ternary Systems Salt + Water +
Organic Solvent, Including a Binary Liquid System with a Closed Binodal Curve

Smotrov M.P., Cherkasov D.G., @nd Ilin K.K. ..........ouuoieiieie et 96
Visual Studies of Methane Hydrate Formation on the Water — Oil Boundaries
Adamova T.P., Stoporev A.S., ManakoV A.YU. .....ueiiiii i e e e 97

PVT and Phase Transition Properties of Binary Mixture of n-Hexane+IL in the Critical
and Supercritical Regions

Abdulagatov |.M., Rasulov S.M., Isaev [.LA., Orakova S.M. ..o 98

SECTION 4: Thermodynamics of Interfacial and Confined Phenomena
Chair persons: Gor G., Noskov B.

Dynamic Surface Elasticity of Protein/Surfactant Solutions

Noskov B.A., Lin S-Y., Milyaeva O.Y., Krycki M.M. ..., 100
Deformation Induced by Fluid Adsorption: Enhanced Flexibility and Pore Size

Distribution

Kolesnikov A.L., Budkov Yu.A., Mélimer J., Adolphs J., Georgi N., Hofmann dJ................. 101
Thermodynamic Modeling of Confined Fluid: From Incompressible to Compressible
Matrices

Sermoud V. de M., Barbosa G.D., Segtovich I.S.V., Barreto Jr. A.G., Tavares F.W.......... 102

Limitations of the Single-Site Approach to Describing Adsorption in Structure-I
Clathrate Hydrates

LASICN M., TUMDA K. .o e e e 103
Influence of Confinement on Melting of Two-Dimensional Core-Softened System

Tsiok E.N., FOmin YU.D., RYZNOV V.N.. ...t 104
Whether the Heat Capacity of Nanopatrticles can be Negative?

Talyzin LV., SAMSONOV V.M. ...euiiii ittt s e e e e e e et a e e e e e e e e eeanennnns 105

Nucleation in Superheated Solutions of Simple Liquids
BaidaKov V.G., KAVEIIN AV ettt e e et e e e et e et e et e et e e reaeans 106

SECTION 3: Thermochemistry and Databases
Chair persons: Verevkin S., Vecchio Ciprioti S.

Thermodynamic Study of a-, 8-, y-Cyclodextrin Hydrates Dehydration Processes

Zelenina L.N., Chusova T.P., ROAIONOVA T.V. ..o 108
Thermochemical Properties of Halogen-Containing Organic Compounds with Influence

on Atmospheric Chemistry: a Computational Study

Davalos J.Z., Notario R., Cuevas C.A., Oliva J.M., Saiz-Lopez A. ........ccooviiiiiiieeeieeees 109
Calorimetric Investigation of Carbosilane and Carbosilanecyclesiloxane Dendrimers of
Versatile Structure

Samosudova Ya.S., Markin A.V., Smirnova N.N., Sologubov S.S., Sarmini Yu.A............. 110

Saint Petersburg, Russia XXI1HI RCCT-2019



Milestone Thermodynamics of the Renewable Fuels and Hydrogen Storage
VEIEVKIN S.P., PIMEIZIN AL A. oot r e et e et e et e et e e e e renans 111

Thermodynamic Study of Tetramethylammonium lodide. Thermal Behavior, Molar
Isobaric Heat Capacities and Thermodynamic Functions

Brunetti B., Ciccioli A., Latini A., Vecchio CIPrOti S........oveiiiiiieeeeeeeeee e 112
Development of the IVTANTHERMO-Online Thermodynamic Database for Pure
Substances

Morozov 1.V., Belov G.V., Dyachkov S.A., Levashov P.R., Minakov D.V. ..........cccccvvunennn. 113
Thermochemistry of Polycyclic Hydrocarbons. Energy Characteristics of Bonds and
Radical’s Reorganization

Miroshnichenko E.A., Kon’kova T.S., PASACAENKO L.L.............c.uuuuiiieiiiiieeeieeeieeeeeaeeaens 114

SPECIAL SESSION: 100 Years from Birthday of Acad. Mikhail M. Schultz
Chair persons: Toikka A., Stolyarova V.
M.M. Schultz and Thermodynamics: First Steps, but what were Significant!
RUSBINOV AL ettt ettt e e et s e e ettt e e e e tt e e e e et e e aeeeaneaaees 116

Mikhail Mikhailovich Shultz and his Thermodynamic Investigations

TOIKKB ALV, ..ttt 117
Developing of Thermodynamic Approach to Study of Oxide Systems and Materials by
Academician M.M. Shultz

IS0 V7= (017 U USSP 118

SUNDAY, 23.06.2019

PLENARY SESSION
Chair persons: Gor G., Gavrichev K.

Thermochemistry of Water Vapor/Refractory Oxide Reactions at Elevated
Temperatures

Jacobson N.S., Myers D.L., Bauschlicher Jr. CW., Opila E.J. ....cc..cooiiiiiiiiiii i, 120
Microphase Separation in Polyelectrolytes
Kramarenko E.Yu., Rumyantsev A.M., Gavrilov A.A. .....coooeeeiiiieie e 121

Compressibility of Confined Simple Fluid from an Equation of State and Molecular
Simulation

Dobrzanski C.D., COrrente N., GOl G.Y . oottt ettt e e e e e aenaees 122

Critical Condition of Macromolecule Adsorption: Application for Size-Independent
Separations

Vishnyakov A.V., Santo K.P., Rasmussen R., Neimark A.V., Brun E. ...........cooevvvvvrvvnennn. 123
On Size Dependence of Surface Tension and Surface Energy
Samsonov V.M., Sdobnyakov N.Yu., Talyzin I.V., Bazulev A.N., Vasilyev S.A. ................ 124

Saint Petersburg, Russia XXIV RCCT-2019



POSTER SESSION |

THURSDAY, 20.06.2019

PI-1.New Study of Viscosity for the Binary System n-Alkane + 1-Alkanol
Castelo S., Gayol A., Mato M.M., LeQIA0 J.L. .....uuuimiiiiiiiiiniiiiiiiiinineiiiiieneeeeneneeneeneneennnennnnes 126

PI-2.Surface Tension of the Ternary System Diethyl Carbonate + p-Xylene + n-Decane
Gayol A., Caséas L., Mato M.M., Legido J.L.........oouuuiiiiiieieiiieiieee e 127

PI-3.Thermal Properties of Mixtures of Montmorillonite with Water
Rosino J., Tobar J.L., Gémez C.P., Mato M.M., Mourelle M.L., Legido J.L. ...................... 128
Pl-4.Measurement of Binary Vapour-Liquid Equilibrium for High Relative Volatility
Systems
Narasigadu C., Moodley K., RAal J.D. .....cccceoiiiiiiiiiiie e e s 129

PI-5.Internal Pressure in Water + 1,3-Dimethylurea Mixtures
EQOroVv G.l., MaKarOV D.M. .....coii it e e e e et e s e e e e e e eaannnnas 130

PI-6.Effect pressure on the Intermolecular Interactions of N-Methylacetamide with Water
Makarov D.M., EQOroVv G.I., KOIKEr ALM. . ..o e e 131

PI-7.Experimental Determination of (p, p, T) Data of Liquid Toluene and n-Tetradecane in
a Wide Range of State Parameters

Shchamialiou A.P., Samuilov V.S., Holubeva N.V., Paddubski A.G., Dragoescu D., Sirbu F.132

PI-8.Determination of Thermodynamic Properties of Liquid Toluene and n-Tetradecane in
a Wide Range of Temperatures and Pressures Based on Dissimilar Initial Data

Shchamialiou A.P., Samuilov V.S., Holubeva N.V., Dragoescu D., Sirbu F. ..................... 133
PI-9.Volumetric and Caloric Properties of Liquid Cesium—Bismuth Alloys

Stankus S.V., Khairulin R.A., Abdullaev R.N., Savchenko I.V., Yatsuk O.S. ..................... 134
PI-10.Chemical Interaction in the Na,Rb||F,I,CrO4 Quaternary Reciprocal System

Babenko A.V., Egorova E.M., Garkushin LK. ..o 135
PI-11.Thermodynamical Properties of L-Carnosine on Solid and Liquid Phase

Kuritsyna A.A., Tyunina V.V., Mezhevoi I.N., Tyunina E.Yu., Badelin V.G. ...................... 136

PI-12.Phase Equilibrium and Structure of Acrylic Blocks and Gradient Copolymers
Nikulova U.V., Chalykh A.E., Khasbiullin R.R., Gerasimov V.K............ccccceeeiiiiienrviiininnnnnn. 137

PI-13.The Influence of Solute-Solute and Solute-Solvent Correlations on Urea-Urea and
Tetramethylurea-Tetramethylurea Pair Interactions in Water

Kustov A.V., Antonova O.A., Smirnova N.L., Kruchin S.O., Ivanov E.V., Makarov V.V. ....138
PI-14.Thermodynamics of Solution of 3,5-Diamino-1,2,4-Triazole and 3,5-Diamino-1-
Phenyl-1,2,4-Triazole in Water
Kustov A.V., Kudayrova T.V., Antonova O.A., Smirnova N.L. .........ccciiiiniieiirin. 139
PI-15.Enthalpic Parameters of Pair Interactions between Urea and Tetramethylurea
Molecules in Ethanediol at 298 - 318 K
Batov D.V., Smirnova N.L., Kustov A.V., ANtONOVA O.A. ......oeieieeeeeeeeeee e 140

PI-16.Heat Capacity and Structural Changes Associated with Solvation of Polar and
Apolar Groups in Water and Ethylene Glycol

Krest'yaninov M.A., Kustov A.V., Batov D.V., Ivanov E.V., Makarov V.V.............cccccuunnn. 141

Saint Petersburg, Russia XXV RCCT-2019



PI-17.Extractive Crystallization of Sodium Chloride in the Ternary System Sodium
Chloride—Water—Diisopropylamine

Danilina V.V., ChErkasoV D.G......c.uiieiiiiiiee ettt e e et e e e et e et e e e e e aanns 142

PI-18.Vapor Pressure of Dipropylene Glycol Methyl Ether and Vapor-Liquid Equilibria of its
Aqueous Mixture: Experimental Measurements by The Static Method and Modeling
Development

Dimitrov O., Neau E., Raspo |., Guichardon P., Dergal F., Mokbel I., Jose J., Testa A. ....143

PI-19.Synthesis of the Compounds with High Partial Pressure of Arsenic
Kostyanko A.A., Sineva S.l., Starykh R.V. ... 144

PI-20.Repeatings of DMPC Multilamellar Membranes Meltings Dramatically Change the
Thermodinamic Parametrs Registered by Differential Adiabatic Scanning
Microcalorymetry Method

Alekseeva O.M., Krementsova A.V., KiM YU A. ..o 145

PI-21.Features of the Association of Biocompatible lonic Liquids: the Case of Holin-Based
Amino Asid lonic Liquids

Fedotova M.V., Kruchinin S.E. ChUBV G.N. .......oiiiiiii e 146
PI-22.Phase Solubility Digrams of the 4-Aminobenzoic Acid Cocrystal
DIOZA KLV ., MANIN AN e ettt e e e e e e e e e e e e e e e e eenns 147

PI-23.lon-Dipole Interactions During the Complex Formation of d-Metal lons with Some
Organic Derivatives of Hydrazine

Amerkhanova Sh.K., Shlyapov R., Uali A.S. ... 148
PI-24. TPT-Modeling of the Liquidus Surface in Molten Alkali Metal Halides with the
Inclusion of the lon Polarization Effect
DavydoV A.G., TKAChEV N.K. ... e e e e 149

PI-25.Liquid Organic Hydrogen Carriers. Chemical Equilibrium of Hydrogenation
Reactions of Condensed Aromatic Hydrocarbons

Vostrikov S.V., Konnova M.E., Pimerzin AlL.A., Martynenko E.A., Verevkin S.P., Pimerzin
N 150

PI-26.Liquid Organic Hydrogen Carriers. Chemical Equilibrium of Hydrogenation
Reactions of Some N-Heterocycles

Konnova M.E.,Vostrikov S.V., Chernova M.M., Verevkin S.P., Pimerzin A A. ................... 151

PI-27.Modeling of Thermodynamic Characteristics for Polysubstituted Crystals with a M-
Type Hexaferrites Structure

Zaitseva O.V., Zhivulin D.E., Chernukha A.S., Galkina D.P., Vakhitova E.R..................... 152
PI-28.Calorimetric Study of Binding of Substituted Benzoic Acids to Bovine Serum
Albumin
Khaibrakhmanova D.R., Nikiforova A.A., SEAOV LA. ... e 153

PI-29.Asymptotically Exact Equation for Describing Phonon Heat Capacity of Solids in a
Wide Temperature Range

Bespyatov M.A., INAUMOV VN | .t e e e aaaen 154
PI-30.The Two-Parameter Equilibrium Constant for Gas Reactions
VIEVIESKIY AL ettt 155

PI-31.Approaches to the Equilibrium Composition Calculations for the Conversion of
Diesel Fuel

Saint Petersburg, Russia XXVI RCCT-2019



Uskov S.1., Potemkin D.l., Snytnikov P.V., Belyaev V.D., Sobyanin V.A. ..........cccoeeeieen. 156

PI-32.Investigation of Evaporation of HfCx and ZrCx Near and Above Melting Point

Frolov A.M., Sheindlin M.A., Falyakhov T.M., Petukhov S.V. .........ccoiriiiiiiiien, 157
PI-33.Solubility of Drug Compounds in Supercritical Carbon Dioxide. Molecular Dynamics
Simulation
Iviev D.V., Kalikin N.N., KiSEIEV IML.G......eieeiii e 158

PI-34.Classical DFT Based Method of the Solubility Estimation of Sparingly Soluble
Compounds in SC CO,

Budkov Y.A., Kalikin N.N., Kolesnikov A.L., Ivlev D.V., Kiselev M.G........ccoccoevvviiiiiriernnnn. 159
PI-35.Thermovap — Calculation Program of Vaporization Enthalpy and Heat Capacity
Organic Compounds
Krasnykh E.L., Kazakov A.K., POrtNova S.V. ... 160

PI-36.The Use of Density Functional Theory in the Calculation of Structural, Energetic and
Thermodynamic Characteristics of Triethylammonium - Based Protic lonic Liquids

Fedorova I.V., Krestyaninov M.A., Safonova L.P. ..........cccovveiiiiiiiiie e 161
PI-37.Solubility of Caffeine in the Binary Solvent Carbon Tetrachloride — Methanol

GOlUDEY V.A., KISEIEY IMLLG. .. ettt e st e e e s e s st s s s easeanaees 162
PI-38.0n the Possibility of Realization of Labile States

=y 0 10 (0 LV e R 163
PI-39.A New Equation of State for Solids Based on Liner Combination of Planck-Einstein

Functions
Perevoshchikov A.V., Kovalenko N.A., Uspenskaya |.A..........ccccoeiieiiiiiiiiiiiiiinieeeeeeeeinnn 164

PI-40.Derivation of Effective Intermolecular Potential for Water via Molecular Modeling
VOIKOV NLA., SNCREKIN ALK, oot e e e e e e e s e ae e e eraas 165
PI-41.Colloidal Aggregation of Asphaltenes Studied with Brownian Dynamics and Monte
Carlo Simulations
Taherkhani F., Vishnyakov A., Kolattukudy P. Santo..............ccceeiiiiiiiiiieiiiiee e, 166
PI-42.Approximation of Thermodynamic Properties by Expanded Einstein Model:
Possibilities and Problems
Babkina T.S.,_Ivanov A., Konstantinova N.M., Uspenskaya L.A...........ccccoovieeiiiieeiiiiiiiinnnnn. 167

PI-43.A New Method to Calculate the Change in lon Solvation Energy at lon Transfer
Between Two Nonlocal Dielectric Media Possessing Different Correlation Lengths

Rubashkin A.A., Iserovich P., VOrotyntSev MLA. ... e 168
Pl-44. Thermodynamic Properties of Thulium Orthovanadate:a Low-Temperature Heat
Capacity Study
Kondrat'eva O.N., Ryumin M.A., Morozova E.A., Gavrichev K.S. .........ccccooeiiiiiiiiiiiin, 169
PI-45.Novel Bodipy Sensors for the Hydrocortisone Spectral Detection in Organic Media
Antina E.V., Ksenofontov A.A, Antina L.A., Berezin M.B., Guseva G.B.........cccooevvevinninn.n. 170

Pl-46.Computer Simulation of Polyvinylpyrrolidone (PVP) Adsorption on Cellulose
Nanocrystals (CNC) and The PVP-Assisted CNC Self-Assembly

Surov 0.V., Voronova M.Il., Gurina D.L., Zakharov A.G. ........coviiuiiiiieeiieeeeeeee e 171
PI-47.Pharmaceutical Cocrystals of Flurbiprofen: Thermodynamic and Structural Aspects
SUIOV A.O., VOTONIN AP, et e e e a e e e e 172

Saint Petersburg, Russia XXVII RCCT-2019



P1-48.Congruent Sublimation of an Organic Cocrystal: Experimental Data on Sublimation
Thermodynamics and Calculated Lattice Energies

Voronin A.P., Boycov D.E., Vasilyev N.A., Surov A.O., Manin ANN. ......ccccoeeiiiiiiniiiiiiiinnn, 173
P1-49.Thermodynamic Aspects of the Formation of Composites Based on Protein with the
Ability to Inhalation Administration
Boldyrev A.E., GErasSimOVv A.V. ..ot e e e et e e e e e 174

PI-50.Sorption of Water by Carbon Fibers
Petrova T.F., Chalykh A.E., Aliev A.D., Antipov Y.V. ..o, 175

PI-51.Heat Capacity and Thermodynamic Functions of Praseodyme Orthoniobate
Tyurin A.V., Nikiforova G.E., Ryumin M.A., Khoroshilov A.V., GavrichevK.S ................... 176

PI-52.Effects of Spatial Bonds Grids of Acrylic Copolymers on their Adhesion Properties
Shapagin A.V., Shokurova N.A., Chalykh A.E. ..., 177
PI-53.Thermodynamic Modeling of the Behavior of A°’B® Compounds in a Wide Range of
Temperatures and Pressures
Y T T N0 Y = 1 o A 178

PI-54. Thermodynamic Modeling of the Equilibrium Composition and Thermodynamic
Characteristics of SiC

IINYKN NLI., VEIChOVISEY ALJU. ...ttt e e e e et a e s e e e e e e eeannnn s 179
PI-55.Thermodynamic Aspects of Structure Formation in Oil Dispersed Systems During
Transportation
Boytsova A., KONArasheva N. ..........oouiiiiiiiiie i e e e e 180

PI-56.Thermal Expansion of Complex Phosphates, Containing Copper, Iron and Zirconium
Glukhova 1.O., Asabina E.A., PEEKOV V.l. ..o 181

PI-57. Thermodynamic Properties of the NZP Compounds M?*TisPsO4 (M — Ni, Zn)
Glukhova I.0., Asabina E.A., Pet'’kov V.l., Smirnova N.N., Markin A.V. ........ccoeeeviiininnns 182

PI-58.Vaporization and Thermodynamics of the Ceramics Based on the Y,03-ZrO,-HfO,
system

Vorozhtcov V.A., Stolyarova V.L., Lopatin S.I., Karachevtsev F.N. ............cccooooeiiiiiininnnnnn. 183

PI-59.Thermodynamic Properties of Diatomic Argon Compounds
Maltsev M.A., MOrozoV .V., OSINA E.L. ... 184
PI-60.Phase Transitions in n-Butanol-Propionic Acid-n-Butyl Propionate-Water System at
333.15K
SKVOITSOVA L., TOIKKA M. ettt et et et e e e e e e e e e enaenns 185
PI-61.Thermodynamic Solubility of Two Different Dihydropyridine Compounds in Various
Alcohols at 298.15-328.15 K
Lava D., Parmar D. and Baluja S. ..........uoiiiiiiiiiiie e 186
PI-62.The Influence of Rare-Earth Elements on Glass-Forming Ability of Al-Ni-Co-Rem
Amorphous Alloys
Rusanov B.A., Sidorov V.E., Svec Sr. P., Svec P., Janickovic D., Moroz A.l. ................... 187
PI-63.Partitioning Behavior of L-Tryptophan in Aqueous-Salt Biphasic Systems Formed by
Aminoacid Alkylimidazolium lonic Liquids
Korchak P.A., SAfoNoVva E.A. ..o 188

PI-64.How Strong are Intramolecular Interactions in Nitrobenzaldehydes?

Saint Petersburg, Russia XXVIII RCCT-2019



SIEWEIT R., VEIEVKIN S.P. ettt e e e s e et s s s ra s eaaeas 189

POSTER SESSION 2

FRIDAY, 21.06.2019

P1I-1.The Modified SIT Conception for Evaluation of lonic Equilibria in Concentrated Mixed
Electrolytes Solutions

UKV S A, e 192

Pll-2.A New Quartz Crystal Microbalance (QCM) to Determine Sublimation and
Vaporization Enthalpies

Brunetti B., Ciccioli A., Magi M., Vecchio Ciprioti S..........ccoeuuiiiiiiieeeirieeiiiiee e ee e 193

PlI-3.Stability of Nanoclusters of Methane and Carbon Dioxide Hydrates: Effects of
Particle Size

Sizova A.A., Sizov V.V., Brodskaya E.N. .......coooiiiiiiiiiiii e 194
PII-4.New Units of Solutions Concentration

Kadtsyn E.D., Anikeenko A.V., MedvedeV N.N. ... e 195
PlI-5.Thermodynamic Properties of Pure Vanadium

Lineva V.l., Sineva M.A., Morozov [.V., BEIOV G.V. ... 196
Pll-6.Molecular Dynamics Study of Melting of Alkali Halides Mixtures

Kobelev M.A., Zakiryanov D.O., TKacheVv N.K. ........cccoiiiiiiiiiiiin e 197

PII-7.A Quantum Chemical Simulation of the Interaction Between (a-ALA), Dipeptide
Zwitterion and the Dimer of Sodium Dodecyl Sulphate as Model of Micelle Fragment

Kurbatova M.S., Barannikov V.P., Giricheva N.I. ... 198

P11-8.KEV: a Free Software for Solving the Direct and Inverse Problems of Chemical
Equilibria

GaAMOV G A, MESNKOV AN . ettt e e aenn 199
PlI-9.Molecular Simulations of Liquid Hydrocarbon Mixtures Viscosity

Pisarev V.V., KONdratyUK N.D..........oouiiiiiii e e e 200
P1I-10.Thermal Behaviour of the Polystyrene Films Filled with Bentonite

Alekseeva O.V., NOSKOV A.V., GUSEYNOV S.S. ..ot 201
P1I-11.Quantum Chemical Calculation of Thermodynamic Properties of Diethyl Sulfone

Gabrielyan L.S., Papanyan Z.K, Mkhitaryan A.S.........ooii e 202
Pll-12.Thermodynamic Properties of the TlsTmTeg and TITmTe, Compounds

Mekhdiyeva I.F., Imamaliyeva S.Z., Sultanova S.Q., Babanly M.B. ..., 203

Pll-13.Thermodynamic Investigation of the PbX-AgShX, (X-Se, Te) Systems Using Two
Modifications of the EMF Method

L.F.Mashadiyeva L.F., Mansimova Sh.H., Babanly D.M., Shukurova G.M., Babanly M.B. 204

Pll-14.Study of Hydrogen Reaction with Tio.sZro.;Mn15V0.s by Calorimetric Method
ANIKING E., VErDEISKY V. .. e e 205

PII-15.Simultaneous Measurements of The Temperature and Specific Volume Derivatives
of Internal Energy of Benzne in the Critical and Supercritical Regions

Abdulagatov I.M., Rasulov S.M., Isaev LLA., Orakova S.M. ..o, 206

Saint Petersburg, Russia XXIX RCCT-2019



Pll-16. Temperature Heat Capacity of Pbig y\Nd(GeOy)2:+«(VO,4) 4_x (X =0, 1, 2, 3) Apatites
in the Range 320-1000 K
Denisova L.T., GaliaknmeEtova N.A ......ooeieie ettt e e r e e e e eaans 207

Pll-17.Anomalies in Thermodynamic Parameters of the Li,CO3-Na,CO3-K,COs3 -
Nanopowder MgO Heterogeneous System

ZaKiryanoVva [.D., KOIZUN LV . ettt ettt e e e e eaeeans 208

PlI-18.Structure and Phase Behavior of Iron(lll) Schiff Base Complex with 3,6-Di-Tert-
Butyl-Carbazole Moieties
Kolker A.M., Chervonova U.V., Alexandrov A.l., Gruzdev M.S., Ksenofontov A.A., Pashkova
R 209

PlI-19.Thermodynamic Assessment of High-Entropy Crystalline Phase with the
Magnetotlumbite Structure
Vinnik D.A., Trofimov E.A., Zhivulin V.E., Zaitseva O.V., Gudkova S.A., Starikov A.Yu.,
Kirsanova A.A., ZNErebtSOV D.A. ... ettt a s 210

P11-20.Thermal Properties of Iridium (1) Volatile Complexes with Cyclooctadiene-1,5 and
(O,N)-Coordinated Ligands

Karakovskaya K.I., Vikulova E.S., Zelenina L.N., Sysoev S.V., Morozova N.B. ................ 211

PlI-21.First Example of Large Anisotropic Plasticity of Organic Crystal Preserved at
Cryogenic Temperatures. Structure-Property Relation

Nguyen T.T., Arkhipov S.G., Losev E.A., RYChKOV D.A.........oouiiiiieieiieeceee e 212

PlI-22.Thermodynamic Issues of L-Valinium Hydrogen Maleate: Crystallographic and
Computational Insight

Arkhipov S.G., RYChKOV DL.A. ... e e e e e ea s 213
Pll-23.Resonant Active Sites in Catalytic Ammonia Synthesis over Metal Alloys and
Clusters
Cholach A.R., BryliaKOVa A.A. ...t e e e e e e e e e e e eanees 214

Pll-24.Molecular Brushes Based on Polyimide and Polymethyl Methacrylate as
Competibilizers of Epoxy-Thermoplastic Mixtures

Chalykh A.E., Stepanenko V.Y., Budylin N.Y., Shcherbina A.A., Meleshko T.K., Yakimanskij

Y 2T 215
PlI-25.The Effect of the Latrepirdine on the Structure of Microsomal and Synaptosomal
Membranes
Gerasimov N.Yu., Nevrova O.V., Kasparov V.V., Kovarskii A.L., Goloshchapov A.N.,
T T Y == TR 216

Pll-26.Research of the Experimental Alzheimer'S Disease to Search for the Treatment
Gerasimov N.Yu., Nevrova O.V., Krivandin A.V., Goloshchapov A.N., Burlakova E.B.|.....217

P11-27.Disjoining Pressure in a Thin Spherical Liquid Film within Molecular and Mechanical

Approaches
Lebedeva T.S., ShChekin A.K., SUN D. ... 218
PlI-28.Dynamic Surface Properties of Heptadecafluoro-1-Nonanol Solutions
AKeNLIEV A.V., NOSKOV BLA., LN S.mY e ittt et e e e e et e e e e 219

PlI-29.Dynamic Surface Properties of Fullerenol Solutions

Timoshen K.A., Noskov B.A., Akentiev A.V., Chirkov N.S., Lin S.-Y., Sedov V.P.,
Borisenkova A.A., Dubovsky [.M., LebedeVv V. T.......cccoiiiiiiiiici e 220

Saint Petersburg, Russia XXX RCCT-2019



P1I-30.Dynamic Surface Properties of DNA/Polyelectrolyte Aqueous Solutions

ChirkoV N.S., NOSKOV B.A., LIN S.o) . ittt ettt e et e et e e e e eenaeeas 221
P1I-31.Theory for Charge Distribution in lonic Liquids Near a Charged Wall

O = o S SERPRRPR 222
PlI-32.Surfactant Adsorption in Porous Media: Adsorption Equilibria and Self-Assembly

Faria B.F., VISNINYAKOV A. ... e e e e et s s e e e e e e eeaananns 223

PlI-33.Impact of L(+)-Arabinose on Micellar Structure of Aqueous Solutions of Nonionic
Surfactant Triton X-114 in a Mean Concentration Range

Levashova E.Y., Koneva A.S., Safonova E.A. ...t a s 224

PlI-34.Seawater Nanodroplets Under Atmospheric Conditions. A Molecular Dynamics
Simulation Study

Egorov A.V., Brodskaya E.N., LaakSONen A. ..........ccoiiiiiiiiiiiiiiiie e 225
PlI-35.Thermodynamic Modeling of Fluid Systems Based on Baku Oil

Ramazanova E.E., Asadov M.M., AlIYEV E.N.........cccoiiiiiiiiiicin e 226
P1I-36.Thermodynamics and Dielectric Properties of As,S;—As,Se;—InSe

Asadov M.M., Mustafaeva S.N., LUKIChEV V.F. ... 227

P1I-37.Thermodynamic and Transport Properties of Choline Chloride + Urea as a Deep
Eutectic Solvent and its Binary Mixtures with Molecular Liquids

AGICIENKO V. N., BUCKHNET R. oo e e e 228
PlI-38.Termophysical Properties of CoFeSiBNb Alloy in Crystalline and Liquid States
Sidorov V.E., Rusanov B.A., Mikhailov V.A., SON L.D. ..cooniieieeeeee e 229

P11-39.0n Application of the CP-PC-SAFT Model for Estimation of Sound Speed in
Synthetic and Natural Oil-Gas Mixtures

Prikhodko 1., SAmMarov A., TOIKKE A. ....oeeieieieee e e e e e a e 230

PlI-40.Liquid-Liquid Equilibria for Separation of Alcohols from Esters Using Deep Eutectic
Solvents Based on Choline Chloride

Samarov A., Prikhodko I., Liubichev D. TOIKKa A. ......couniieiieiieieee et 231

Pll-41.Evaluation of Thermal Stability Duration (Useful Life) of Organic Heat-Carriers
Dzhapparov T.A-G., Bazaev A.R., Bazaev E.A., Bagavudinova D.G., Medzhidova F.Kh..232

Pll-42.Urea and Tetramethylurea Solutions in Ethylene Glycol: a Comparative Analysis of
Temperature-Dependent Volumetric Solvation Characterictics and Interaction
Parameters

Ilvanov E.V., Lebedeva E.Yu., Kustov A.V., IVaNOVA N.G. .......cooiiniiiiiieeeeeeeeee e 233

Pll-43.Standard Thermodynamic Properties in Water for Equimolecular Co-Crystal of Cis-
and Trans-Coordinated Dimethylglycolurils at Temperatures from 278.15 K yo
318.15 K and at the Ambient Pressure

lvanov E.V., Lebedeva E.Yu., Batov D.V., Baranov V.V., Kravchenko A.N.3, Ivanova N.G.234

Pll-44. Thermodynamic Properties of Dimethylsulfone-Dimethylsulfoxide-Water Ternary

System
Ghazoyan H.H., Markarian S.A. ... ...ttt et e et e e s e s e s et s et e eaeees 235
PlI-45.Thermodynamic Evaluation of Chemical and Electrochemical Oxidation of V — Si
System
AL 0] P2 AN o] 11 NPT 236

Saint Petersburg, Russia XXXI RCCT-2019



PlI-46.Thermal Conductivity and Thermal Diffusivity of Cerium in the Temperature Range

293 - 1773 K
Savchenko 1.V., Samoshkin D.A., StANKUS S.V. ...ttt eean 237
P1I-47.Excess Enthalpies of Hydroxy-Containing Esters by Capillary Gas Chromatography
Portnova S.V., KrasnyKh E.L. ......coooriiiiiii e 238

P11-48.The Determination of the Characteristics of Sorption, Vapor Pressure and Enthalpy
of Vaporization of Esters of Neopentylglycol

Lukina O.D., Krasnykh E.L., POrtNOVa S.V........cooiiiiii e 239

PlI-49.Vapor Pressure and Enthalpy of Vaporization of Pentaerythritol Esters
Emel’anov V.V., Krasnykh E.L., LeVanova S.V. ..........coiiiiiiiiiiiiicien e 240
PII-50.Stability of Solid Phases of Ytterbium Oxide and Oxychloride in Molten Alkaly Metal
Chlorides
Nikolaeva E.V., Zakir'yanova |.D., SOSNOVEISEVA T.V. .....ccciviiiiiiiiiieeeiieeiiiceee e e e 241

PlI-51.Solubility of Gadolinium Oxide in Molten GdCI3 - KC| System
Nikolaeva E.V., Zakir'yanova I.D., KOrzun V. ............ccccccoiiiiiii 242
PlI-52.Phase Equilibria in Oxide-Chloride Systems Gd,O3 - GdCl; AND Gd,O3 - GdCl; —
KCI
Korzun I.V., Nikolaeva E.V., Zakir'yanova 1.D., .............ccccouuuuiiiiiiiieiiiiiiiae e 243

Pll-53.Modifications of Ethanol, Toluol and Water at Equilibrium System Liquid - Perfect
Gas

VIVIESKIY AL e 244
PlI-54.The Study of Phase Equilibria in the Fe-Cu-As, Fe-As-S, Cu-As-S Systems
Trofimov E.A., Starykh R.V., Sineva S.I., Zaitseva O.V., Galkina D.P...............ccccevvvvvnnnnn. 245

P11-55.Study of Phase Equilibria at the Fe-As-S Ternary System
Starykh R., llatovskaia M., KostyankoA., Trofimov E.A., Samoilova O., Sineva S............. 246

PlI-56.Thermophysical Properties of lonic Liquids at Wide Range of State Parameters
Safarov J.T., Guluzade A.N., HASSEI E.P. ... 247

PlI-57.Vapor Pressure of 1-Butyl-3-Methylimidazolium Trifluoro-methanesulfonate and
Methanol Solution over Wide Range of Temperature

Safarov J.T., Guluzade A.N., HAaSSEl E.P. ... 248

P11-58.Molecular Models for Phase Equilibria of Alkanes with Air Components and
Combustion Products

Vishnyakov A.V., Santo K.P., Rasmussen R., Neimark A.V., BruNE. ........ccccoviviiiiiiinninnns 249

PlI-59.Determination of Separatric Manifold Structure of Five-Component System Phase
Diagram

Frolkova A.V., MakhnariloVa E.G. .......coouiiiiiii et e e e e e e 250
PI1-60.The Properties of Separatric Manifold as Poincare Integral Invariant

FrolKOVA A.K., FrOIKOVA ALV . .t ettt et et e e e e e e e eaaaneen 251
Pll-61.Liquid 5 Gas Phase Transitions Water+Aliphatic Alcohol Binary Mixtures

Osmanova B.K, Bazaev A.R., BazaeVv E.A. ... 252

PlI-62.Liquid-Liquid Equilibrium of Ternary System Cyclohexene + Water + N,N-
Dimethylacetamide

Saint Petersburg, Russia XXXI1I RCCT-2019



Zhuchkov V.1., A. Malyugin A., Frolkova A.V., Frolkova A.K.........ccceeiiiiiiiiiiiiiie e 253

Pll-63.Determination of Critical Parameters of the Mixture [xH,O+(1-X)C;H¢] (X = 0.053
Molar Fractions) by the Method of Pressure Measurement

Nazarevich D.A., Mirskaya V.A., 1Davov N.V. ... 254
Pll-64.Experimental Assessment of the lonic Liquids Selectivity for Extractive Distillation of
Binary Mixtures
Raeva V.M., Zhuchkov V.I., RyzhKin D.A. ... 255

PlI-65.Experimental Investigation of the Liquidus Surface Projection of The Cu-Pd-Sn
Ternary System

Khartsyzov G., Sineva S., Starykh R., Kareva M., Kuznetsov V..........cccccoeeeiiiieeniiiiiiinnnnnn. 256

Pll-66.Fast Methods of Debye-H(dickel Limiting Slopes Calculation Based on lapws
Equation of State of Water

VOSKOV A.L., N.A. KOVAIENKO NLA. oo et e e e e e e e eaas 257

Pll-67.Solubility and the Structure of Equilibrium Crystal Solvates in Systems MX, - S; - S,
(M =Cd, Cu; X =Cl, Br, I; S;,S, = Dimethylsulfoxide, N,N-Dimethylacetamide, 1,4-
Dioxane) at 298 K
Tolmachev M.V., Bogachev N.A., SKrpKiNn M.YU. .....cooiiiiiiiiiicin e, 258

PlI-68.Volumetric Properties of Double-Charged lons in N-Methylacetamide Solutions over
the Temperature Range from 308.15 to 328.15 K at Ambient Pressure

DysShin ALA., KISEIEY IML.G....oeei e e e e e e e 259

PlI-69.Liquid & Gas Phase Transitions of 1-Propanol — n-Hexane Binary and Water — 1-
Propanol — n-Hexane Ternary Mixtures

Bazaev A.R., Bazaev E.A., Osmanova B.K.,. Dzhapparov T.A-G. .........ccceeeeiiieeerreeiiiinnnnn. 260
PII-70.Experimental Study of Azeotropy in the n-Heptane-Water Binary System

Ibavov N.V., Mirskaya V.A., NazareViCh D.A..........ouoiiiiiiiieeee e 261
PlI-71.Complex Approach to Acetamide-Water System Investigation

Krestyaninov M.A., Dyshin A.A., Ivlev D.V., Kolker AIM........ccoooeiiieiiiiiiiiicen e, 262

PlI-72.Quantum-Chemical, Molecular Dynamics and IR Spectroscopic Study of Hydrogen-
Bonded Clusters of N-Methylacetamide-Water Mixture

Krestyaninov M.A., Ivlev D.V., Dyshin A.A., KolKer A-M..........oeeiiieiiiiiceee e 263

PlI-73.Influence of the Initial Composition of the Powders on the Phase Composition of the
Surface Layer Formed in the Conditions of Electron Beam Surfacing

Kryukova O.N., KNYAzZEVa A.G........ooeiiiiiiiii e e e e e e et s e e e e e e eeaanaa s 264

POSTER SESSION 3

SATURDAY, 22.06.2019

PllI-1.Electrophysical and Transport Properties of Me(La,Sm),WO; (Me=Sr,Ba)
Taimassova Sh.T., Gogol D.B., Bissengaliyeva M.R., Balbekova B.K. ...........cccccooevvnnnnnnn. 266

PlI-2.Effect of the rGO (Reduced Graphene Oxide) Addition on Conductivity and
Microstructure of Ceramics ZrO,-Y,0; Sintered Using Different Techniques

Glukharev A.G., Temnikova M.S., Glumov O.V. and Konakov V.G.........c.ccovvevviviviineinnnen, 267
PlI-3.Structure and Conductivity of 9Ca0-917rO, Ceramics, Obtained from Freeze-Dried

Saint Petersburg, Russia XXX RCCT-2019



Powder With Cryoprotectant Addition
Grega M.E., Kurapova O. Yu., Nikiforova K.V., Konakov V.G. ........cccccccceiiiiiiiiiiii e, 268

PIII-4.0n the Thermal Behavior of Ammonium Fluorometallates

2 0] = 1= 0 1 A U 269
PlI-5.Sublimation Thermodynamics of Pyridinedicarboxylic Acids

Drozd K.V., Manin A.N., PerlOVICN G.L. ...oeuiiiiii et e e e e 270

PllI-6.Vapor Pressure and Vaporization Enthalpies of Glycolic Acid Esters
Yamshchikova Y.F., Portnova S.V., Krasnykh E.L.............ccooviiiiini e, 271
PlI-7.Thermodynamic Parameters of Formation Reactions for Binary and Ternary

Complexes of Zinc(ll), Cobalt(ll), Nickel(ll), Copper(ll) lons with Some
Aminocarbonic Ligands

Grdchin S.N., PYIEU D.F. ..o e e ettt e e e e e e e e eateaa s s e e eaeeennnes 272
PlI-8. Thermodynamic Study of Ammonium Sulfamate
Tiflova L.A., Druzhinina A.l., Kosova D.A., Uspenskaya I.A., Monayenkova A.S............... 273

PlI-9.Dicyclopropyldinitromethane and Tricyclopropylmethan: Standard Enthalpies of
Formation in Condensed and Gas States

Tiflova L.A., Lukyanova V.A., Pimenova S.M., llin D.Y., Druzhinina A.l., Dorofeeva O.V. .274
PlI-10.Thermodynamic Functions of Lanthanide Orthotantalates at 10-330 K

Gagarin P.G., Guskov V.N., Gavrichev K.S., Sazonov E.G. .........ccccooviiiviiiiiiiiiiinie e, 275
PlI-11.Low-Temperature Heat Capacity of Pd(CsHF¢0.),

Bespyatov M.A., Gelfond N.V., MOrozova N.B. ........cccccooiiiiiiiiiiiiiie e 276
PllI-12.Phonon Density of States and Zero-Point Energy of Eu(C1;H150,)3

Musikhin A.E., BESPYAIOV MLA. ... 277

PlI-13.Thermodynamic Characteristics and Phonon Density of States of Barium
Tungstate Based on the Low-Temperature Heat Capacity

MUSIKNIN A.E., INAUMOV V. | .o ittt e e et e et e e e e e et e e e e e e aenas 278

PllI-14.Thermodynamics of Evaporation Processes of Yttrium Trichloride and Tribromide

0Osina E.L., GOrokhov L.N., OSIN S.B. .. oottt eaean 279
PlI-15.Study of Thermochemical Properties of Various Porphyrin Ligands

Lazarev N.M., Petrov B.l., MaKaroV S.G. .....coooeie e 280
PllI-16.Thermodynamic Properties of Ir(CsH;0,)(CgH1.)

Kuzin T.M., Bespyatov M.A., Pischur D.P., Gelfond N.V........ccccooiiiiiiiiiiiiii e, 281

PlI-17.Thermochromism and Anomaly in the Heat Capacity of Dimeric Tris(2,2,6,6-
Tetramethyl-3,5-Heptanedionato) Europium

Bespyatov M.A., Cherniaikin I.S., Kuzin T.M., Stabnikov P.A........cooviiiieee e, 282

PlII-18.Influence of N-Methyl Substitution in the Glycine Molecule on its Enthalpic
Dissolution Characteristics in Mixed Aqueous - Organic Solvents at T=298.15 K

R a1 g To VA I 7= Vo [ [T T K TP 283
PlI-19.Influence of The Properties of Organic Solvents and the Composition of Water-

Organic Mixtures on Thermochemical Characteristics of L-Glutamine Dissolution at
T=298.15K

SMIMNOV V.., BAEIN V.G oottt et et et e e et s e s et e e e e eeas 284

Saint Petersburg, Russia XXXV RCCT-2019



P111-20.The Evaluation of Originated Carbon-Paste Electrode Modified by Animal Waste
Products Applicability for the Study of Thermodynamic Characteristics of Complex
Formation Processes

Amerkhanova Sh.K., Shlyapov R., Uali A.S. ... 285

PlI-21.Thermodynamic Properties of Crystalline Phosphate BiFe,(PO,)s in the Range
fromT— 0to 670 K

Pet'kov V.l., Lavrenov D.A., Smirnova N.N., Markin A.V., Asabina E.A.........ccocvvvvrvinnnnn. 286
PlI-22.Thermal Stability of Oxychlorides LnOCI (Ln = Gd, Yh)

Zakir'yanova L.D., KOIZUN LV . ... e e e et n e e e e e e eenenes 287
PlI-23.Thermodynamic Properties of 4'-Cyclohexylacetophenone

Blokhin A.V., Kantsiava V.V., Kilchytskaya Y.V., Tarazanov S.V. ........cccccceeviieeennreeinnnnnnnn. 288
PllI-24.Thermodynamic Parameters of Methyl 3,5-di-tert-Butylbenzoate

Blokhin A.V., Kantsiava V.V., Neviadzimtsau A.V., Tarazanov S.V.......cccccovveiiiiiiiiireennennn. 289
PlI-25.Thermodynamic Properties of L-Menthol

Yurkshtovich Y.N., Blokhin A.V., NeviadzZimtSau A.V. ... 290

PllI-26.Thermodynamic Characteristics of Energy-Intensive Jet Fuels with Stacked-Cup
Multiwall Carbon Nanotubes (MCNTS)

Karpushenkava L.S., Kabo G.J., Blokhin A.V., Seradzenka S.U...........cccccceviiiienviiinninnnnnn. 291
PlI-27.Thermodynamics and Crystal Growth of Lithium Tungstate Doped by Molybdenum
Grigorieva V.D., Shlegel V.N., MatskeVich N.I. ... e 292

PlI-28.Low-Temperature Heat Capacity of Cu(C;;H150,),
Cherniaikin 1.S., Bespyatov M.A., Stabnikov P.A., Dorovskikh S.1., Morozova N.B., Gelfond

1 T 293
PlI-29.Thermochemistry of Compounds Formed from Guaiacyl Lignin Fragment

Maksimuk Y.V., Krouk V.S1, Ponomarev D.A., ANtONaVA Z.A........ooeeeeeeeeeeeeeeeeeeeeeeaeaen 294
PlI-30.The Thermal Decomposition of Lantanide (lll) Chloride Hydrates

Korzun I.V., Zakiryanova I.D. and Salulev A.B. ..., 295
PlI-31.High-Temperature Heat Capacity of LninGe207 (Ln = Tb - Lu)

Irtyugo L.A., Kudashova N.G., DeNISOV V.M. ........uiiiiiii i 296
PlI-32.Synthesis and Thermodynamic Properties of the Titanates R,Ti,O; (R = Gd, Lu)

Golubeva E.O., ChUNIIING L.G. ..o ettt ettt et e e e e e aaeens 297
PllI-33.Vaporization Enthalpies of Mono- and Dibromoalkanes

Samatov A.A., Nagrimanov R.N., Solomonov B.N. ..., 298
PllI-34.Metal Acetylacetonates: Thermochemistry and Structure-Property Relationships

MaKarenko A. M., ZNEIKOVA K.V . ..ot e e e e et e e aeaeen 299
PlI-35.Thermodynamic Properties of CeO,-ZrO, and CeO,-Y,03 Systems

Lopatin S.I., Shugurov S.M., Vasil'eva E.A., Kurapova O.Yu., Konakov V.G. ................... 300

PllI-36.Thermodynamic Analysis of The Possibility of NO, to NO Reforming
Nikiforova K.V., KONAKOV V.G ... .o e 301
PlI-37.Excess Enthalpies in the Chemically Equilibrium System Ethanol + Acetic Acid +
Ethyl Acetate + Water
Golikova A.D., Tsvetov N.S., Toikka M.A., TOIKKa A.M. ....couniiiiii e 302

Saint Petersburg, Russia XXXV RCCT-2019



PI1I-38.Thermodynamic Properties of Cation-Ordered Layered Perovskite-Like Oxides
K,>Nd,Ti;015 and its Protonated Forms

Sankovich A.M., Myshkovskaia T.D., Smirnova N.N., Markin A.V., Zvereva l.A................ 303
PIll-39.Calorimetric Study of Hyperbranched Polyphenylene Pyridine-Containing Polymers
in the Range from T — 0 to 680 K
Smirnova N.N., Markin A.V., Sologubov S.S., Serkova E.S., Kuchkina N.V., Shifrina Z.B.304

PlI-40.Benchmark Properties of 2-, 3- and 4-Nitrotoluene: Evaluation of Thermochemical
Data with Complementary Experimental and Computational Methods

Bikelyté G., Hértel M., Stierstorfer J., Klapétke T.M., A. Pimerzin A., Verevkin S.P. ......... 305
PllI-41.Recent Developments on The Energetics of Morpholine Derivatives
Ribeiro da Silva M.D.M.C., Silva C.A.O., Freitas V.L.S. ..., 306

PllI-42.Physical Characterization of a Novel Electrolyte Based in lonic Liquid MPPyrr-TFSI
+ dMSO + Li-TFSI

Cabeza O., Segade L., Garcia-Garabal S., Dominguez-Pérez M., Ausin D., Rilo E., Varela
0 PR 307

PlI-43.The Influence of Crystalline Structure and Surface Characteristics of Different TiO,
Nanoforms on Human Serum Albumin Thermal Denaturation: a Differential
Scanning Calorimetry Study

(€] a1 (o] 4= SRR 308
Plll-44.Thermodynamic Parameters of the Protein Interaction with SiO, Nanoparticles
Botea-Petcu A., Precupas A., Gheorghe D., Sandu R., Popa V.T., Tanasescu S. ............ 309

Pl11-45.Salting-Out of Isobutyric Acid From Aqueous Solutions with Sodium Chloride
Ilin K.K., Kapustina D.V., KUISKIY V.F. ..o e e 310
PlI-46.Definition of Subtypes of Three Component System Diagrams, Containing Binary
Biazeotropic Constituents and Not Having a Ternary Azeotropes
Chelyuskina T.V., Polkovnichenko A.V., Modurova D.D. .......coveiioiieeeeeeeeeeeeeeeeae, 311
PlI-47.Mutual Transformations of a=1 Lines Diagrams of Butyl Butyrate - Butyric Acid - y-
Butyrolactone System
Polkovnichenko A.V., Chelyuskina T.V. ..o 312
PllI-48.Determination of Mean lonic Activity Coefficients in the Li,COs - H,O System at 25
°C and Pco2:1 Atm
Gorbachev A.V., MamonNtOV VLN ...ouieiii e e e et e e e e e s e st e e aees 313

Pl11-49.The Viscosity Predictions for Branched Alkanes at Pressures up to 1 GPa Using
Molecular Dynamics

KoNdratyUK N.D., PISAIEV V.V . ...ttt e e e et e e e e e e e e e aaaas 314

PlI-50.Thermodynamic Modeling and Experimental Investigations in the System Formed
by Water, Nitric Acid, Neodymium Nitrate, o-Xylene and D2EHPA

Kovalenko N.A., Kurdakova S.V., Arkhipin A.S., Maksimov A.l., Uspenskaya |.A. ............ 315

PIII-51.The Conformational Equilibrium of Mefenamic Acid in DMSO: Thermodynamic or
Kinetic Origin?

Belov K.V., Khodov I.A., Kiselev M.G., Efimov S.V., Batista de Carvalho L.A.E................ 316
PlI-52.Thermodynamic Models of the H,O — HNO3; — UO,(NO3), and H,O — HNO; —
Th(NO3), systems
Maliutin A.S., KOVAIENKO NLA. ..o e e e e e e e e eaas 317

Saint Petersburg, Russia XXXVI RCCT-2019



PI1I-53.Extinction and Saturated Vapor Pressure of Indium Monochloride
Malygina E.N., Zavrazhnov A.Y., Kosyakov A.V., Naumov AV. .......cccccviiiiiiiii e, 318

PllI-54.Phase Equilibria in ZrO, and 4Y,03-96ZrO, Precursors (mol.%), Obtained by
Cryochemical Method

Lomakina T.E., Kurapova O.YU., KONakov V.G........cccooieeiiiiiiiiiiii e 319
PlI-55.Inverse Solidus Surface Projection of the Cu-Co-Ni Ternary System
Novozhilova O., Sineva S., Starykh R.........coooiiiiiiiiii e 320

PlII-56.Revisiting the Heat-Capacity Anomaly in Supercooled Water by High-Resolution
Adiabatic Calorimetry

Voronov V.P., Podnek V.E., ANISIMOV M. A. ...t e e e 321
PIlI-57.Prediction of Solubility of Polymers Using Polystyrene-Polysiloxane System as an
Example
Poteryaev A.A., ChalyKh A.E. ... e e 322

PllI-58.Melting Scenarios and Unusual Crystal Structures in Two-Dimensional Core-
Softened Systems

Ryzhov V.N., Fomin Yu.D., Tareyeva E.E., TSIOK E.N. .......oouviiiiiieiiiiciee e, 323

PlI-59.Calculation of the Thermodynamic Properties of Natural Gas Using a Limited
Number of Experimental Parameters

Samarov A., Toikka M., Golikova A., Farzaneh-Gord M., Toikka A. ........ccocovveiiiiieiiiieinnn, 324
PllI-60.Phase Diagram of the Ternary System n-Dodekan-n-Eykozan-Cyclododecane
Shamitov A.A., Garkushin LK., KoOlyado A.V. ... 325

PllI-61.Calculation of the Thermodynamic Parameters of the Fe-Ni-Co-Cu-Cr-Al-Mn
Multicomponent Metallic System

Vladimirov E.S., Starykh R.V., Sineva S.I., Vasil'eva A.A. .........cccocoeeiiiiiiiiiiieeeeecnn, 326
PllI-62.Thermodynamics of lon Exchange Process for Titanium(IV) Hydrophosphates

IVANENKO V.., MASIOVA M.V . oo e e 327
PllI-63.Phase Relations in the Fe-Cu-As System

llatovskaia M., Novoghilova O., Samoilova O., Sineva S., Starykh R.................oooinnnnnn. 328

PllI-64.How are Structures, Properties and Crystallisations Conditions Interrelated? New
Solid Forms of Metacetamol as a Case Study

Zemtsova V.M., Rychkov D.A., Pulham C.R., Boldyreva E.V..........cccc.oeooiiiiiiiiiinieeeeinn, 329
PlI-65.The Structure of lonic and Neutral Liquids of the Similar Molecules

Shelepova E.A., Paschek D., Ludwig R., MedvedeVv N.N..........ccccooiiiiiiiiiiiiiin e, 330
PllI-66.Melting Temperature Calculation Through the Simulation of Coexisting Phases

Zakiryanov D.O., Kobelev M.A., TKaCheV N.K. ... 331
PlI-67.Solubility of hydroxyapatite. New Approaches and Results

Kuranov G., MiKhelson K., PUZYK A. ...t et e e e e e aaa e e e 332

PlI-68.Influence of Freezing and Annealing Protocols on Phases Formed in The Tert-
Butanol — Water System

Ogienko A.G., Stoporev A.S., Ogienko A.A., Yunoshev A.S., Adamova T.P., Manakov
AYU., BOIAYIEVA E.V. ... e e e et e e e e e e 333

PlI-69.Quasi-Chemical Approach — Novel Powerful Tool to Study Supramolecular

Saint Petersburg, Russia XXXVII RCCT-2019



