CONTENTS

W. Arabcezyk, K. Skulmowska and E. Ekiert

Oscillatory kinetics in nitriding process of nanocrystalline iron

W. Arabcezyk, K. Kielbasa
The effect of potassium content in nanocrystalline iron on its transition
PTOCEES: 5issiaic 55 sormsd moioin-vi wswcvn: sessnwsars st SaTs ST 50T 3 5856 A58 B8 5018 S mrmr Sttt mcorermmcn sneceie 12

D. Attard and J. N. Grima

Modelling of networks exhibiting anomalous behaviour.....................ovvvoeiiii. 15

M. Bobrowska, G. Zolnierkiewicz, J. Typek and E. Filipek
EPR and DC magnetometry of NisInVOg ......couueeeeeeeeeee 16

K. K. Dudek, R. Gatt and J. N. Grima

Networks with magnetic iNClUSIONS .................c.oooeieeieeaieeeiaee e 19

J. Dziedzic, M. Head-Gordon, T. Head-Gordon and C.-K. Skylaris
Polarizable QM/MM based on linear-scaling DFT with in situ optimized
localized basis functions and the AMOEBA force field .................ccovvvvvvin.. 20

P.-S. Farrugia, R. Gatt, D. Attard, J. N. Grima-Cornish and J. N. Grima
Novel 2D and 3D auzetic and related Structures ..................oveveeeee 22

Z. Farrugia, J. N. Grima-Cornish, E. P. Degabriele, R. Gatt,
D. Attard and J. N. Grima

Polyphenylacetylene and polyphenyletylene networks with anomalous
DITOIBTUUEE s o sonsnsoonss S5 35580 in' 405 i s s s it s 8 B B 23

K. Gérny, V. Raczyniska, P. Raczynski, S. Starzonek and Z. Dendzik
Properties of liquid crystalline ultra-thin films on the surface of carbon, silicon

carbide and boron nitride nanostructures — computer simulation study............ 24

J. N. Grima-Cornish, D. Gambin, M. Xuereb, R. Gatt and J. N. Grima

Anomalous mechanical behaviour in crystalline materials............................. 25




J. N. Grima-Cornish and J. N. Grima
Auzeticity though DUCKIING .......o.oeieee e

A. Guskos, G. Zolnierkiewicz, S. Glenis, K. Aidinis, P. Berczynski,
N. Guskos, E. Kusiak-Nejman and A. Morawski

Localized magnetic moments in nitrogen-modified titanium dioxide.................

A. Guskos, G. Zolnierkiewicz, S. Glenis, K. Aidinis, P. Berczynski,
N. Guskos, E. Kusiak-Nejman, A. Wanag and A. Morawski
Magnetic resonance spectra of hybrid nanocomposites containing

nanocrystalline TiOy and graphene-related materials ...................cccooiii..

K. Hatagan, P. Polanowski, M. Kozanecki, .J. Jung,

K. Matyjaszewski and A. Sikorski

Polymer macromolecules with complex architectures — simulations with
parallel FPGA-based dedicated Gralyzer s ssss vass sos vwmn sos goss s e soms 268 v kv o8

K. Hyzorek and K. V. Tretiakov
Calculation of thermal conductivity by Green-Kubo formula using minimum
TIVOGE TUELHO: ¢ e own woms s sase o ues 5oy 5 5ok iy 40 S S8 S5 SoAS THUR 95 U0 505 Hek 48

I. Irska, S. Paszkiewicz, K. Goracy, A. Linares,
T. A. Ezquerra and E. Piesowicz

Preparation, characterization and shape memory properties of poly(butylene

terephthalate) /polylactic acid based copolyesters ..............ccovviiiiiiiiiiiiniinnn. :

A. Jedrzejewska, G. Zolnierkiewicz, D. Sibera, K. Aidinis, R. Jedrzejewski,
A. Guskos and N. Guskos

Structural and magnetic properties of one-pot solvothermal synthesized

graphene/25% ZnFeg O COMPOSIEES ......vvviiiiiiiiiiiiiiieiieiieiie e K

J. Jung, K. Halagan and P. Polanowski

Technology of real-world analyzers (TAUR ) vous sus swsn suonaws suwe s ssms s ss s wws o :

A. Jurkowski and Z. Lendzion-Bielun

Characteristics of wustite based iron-cobalt catalysts for ammonia synthesis

POABTTONE ¢.ovwisres sisss wrorwss siws wasess siwve wroiars sassss 5618 W7y s wossars §rsisss st SE4ssms SIEta SEEHErs 10464740 KAWRES S0 STores SIeTVIsravn o viasass :

R. Kalenczuk, M. Dworczak, M. Baca and B. Zielinska
Graphitic carbon nitride as highly efficient photocatalyst for dye

AeCOMPOSTEION, TN WALET .o v vee ettt et e :

P. Ke¢dziora and F. Camerel



R. Koziot, K. Milewska, M. Halasowska, A. Mielewczyk-Gryii,
W. Sadowski and B. Koscielska

Borate-bismuth glasses doped with Ag nanoparticles as a promising hybrid
structure for LED application...............c..ooiieiie i 42

R. Koziot, M. Lapiriski, A. Mtyriska, W. Sadowski and B. Koéciclska
Structure and synthesis of thin TiO, films with Au nanoparticles for
photovoltaic applicQtions ................coooiiiiiiiiiii i 43

J. Ma, C. Hu, W. Liu, Z. Ma, P. Song, Y. Zhao, F. Yang and X. Wang
An advanced approach for fabricating a coral-like nanostructure based on the

GaAs substrate for photovoltaic applications..............cccuuveeueeeeee 44

S. Mudry, R. Bilyk and R. Ovsianyk

U. Narkiewicz, P. Staciwa, D. Sibera and A. W. Morawski
Modified carbon spheres as sorbents for COs and CHy oot 46

J. W. Narojezyk and K. W. Wojciechowski
Auzetic properties of f.c.c. hard sphere model with [001]-monolayer inclusions
At dIfferent PreSSUTES ........ovuieieiie e 47

Z. Olijnyk, A. Korolyshyn and S. Mudry

Chemical short range ordering in liquid intermetallics............cccovvvvvveneiiii 49

G. J. Papadopoulos

Tunnelling effects of a Gaussian wave packet impinging on a barrier.............. 50

S. Paszkiewicz, I. Irska, A. Zubkiewicz, D. Pawlikowska,

A. Szymezyk and E. Piesowicz

A comparison study on the phase structure and functional properties of
PTF-block-PTMOF' and PTF-block-PCLF copolymers..............c.ouvvueeeevenn.... 5il

R. Pelka, U. Nowosielecka, I. Moszytiska, G. Zolnierkiewicz,
A. Guskos and N. Guskos
Preparation method of nanocrystalline iron oxides with various average

crystallite size and investigated by magnetic resonance method...................... a8

R. Pelka, U. Nowosielecka, I. Moszyniska, G. Zolnierkiewicz,
A. Guskos and N. Guskos
Nanocrystalline iron nitride v'-Fe; N with various average crystallite size and

TMAGNELIC TESOTUATICE SPECETG ..o eueeees e eenireeesiiasee s eee e e es e ar s s ses e s eneenss 56



R. Pelka, W. Arabczyk

Chemical equilibrium of catalytic nanomaterials..................oooiiiiiiii... 59

E. Piesowicz, I. Irska, S. Paszkiewicz, R. Jedrzejewski,

A. Linares and T. A. Ezquerra

Poly(butylene terephthalate)/polylactic acid based copolyesters and blends:
miscibility-structure-property relationship...............ocooiiiiiiiiiiii 62

V. Plechystyi, I. Shtablavyi, S. Winczewski, K. Rybacki,

S. Mudry and J. Rybicki

Molecular dynamics simulations of interlayer structure between Au thin film

CTU ST GIED I e v v inns s sasics sz ssesin wimias s st wions s s S0 Sasoin i 5 RS S0 Rk 8. nih 9588 7 64

P. Raczynski, K. Gérny, M. Pabiszczak and Z. Gburski

Interactions between nanostructures and a phospholipid bilayer — an MD

SETEY o sosim o mction i o B8 50555 R oS 75 6 U090 OO 9100 9P 7 9% A V5 0 PR s 9809 66
K. Rybacki, V. Plechystyi, S. Winczewski and J. Rybicki

Mechanical, structural and thermophysical properties of phases found in solid

Al-Cu alloys — comparison of selected empirical potentials............................ 67

S. Sammut, M. Gauci, D. Attard, R. Gatt,
J. N. Grima-Cornish and J. N. Grima
Rippled gropbiene and 158 Droperties ... e sosis woms w05 58 0w 595 £558 5565 558 FeRs ps 68

I. Shtablavyi, V. Plechystyi, O. Kovalskyi, H. Kozak and S. Mudry
Structure of Ga-Sn composites with NiO nanoparticles ......................cooee.. 69

A. Sikorski, P. Polanowski

Diyminmiies in compler: miacrormolecular SYSTEIMS: v 55 vm snms s vews sass s5s s vuse s 5 70

K. Szczodrowski, N. Gorecka, J. Barzowska, A. Lazarowska and M. Grinberg

Influence of compensation defects on spectroscopic properties of phosphors ...... 71

K. V. Tretiakov, J. W. Narojczyk, P. M. Piglowski and K. W. Wojciechowski
Selective auzxeticity enhancement due to nanochannel structure change in
R T O e T e e e T e O S A R o R P T S 73

B. Tryba, J. Orlikowski, G. Zolnierkiewicz, N. Guskos

Influence of reduced Ti*t on the formation of hydrozyl radicals under visible

S. Winczewski, J. Rybicki
From nano-to macro-auzetics: a simple three-parameter model of macroscopic
auzpetic structure inspired by PENtA-grapRene . c.u. sovs sus suvs sorvons suws sws wows sz wows von s 76



A. Wojciechowska and Z. Lendzion-Bielun

Magnetic nanomaterials for removal of heavy metals...............ccoovvvvvvvvii.. 78

A. Zubkiewicz, A. Szymeczyk, S. Paszkiewicz, P. Figiel and E. Piesowicz
Fully and partially bio-based aromatic-aliphatic copolyesters: structure and
TVEEROANECAL PTOPETEIES s v v wriwam mvn s s waces s s s s i 550 a8 50068 850 e 79

DrICl Bt T UEIIOTE s oo som s smmsssin v iomissisb irnbomssenomes oo s s s e 81



