VOLUME 55 ISSUE 4, 25 FEBRUARY 2014

Data Driven
Approaches

Ab initio Molecular Density Functional
Dynamics Theory

Available online at www.sciencedirect.com

ScienceDirect




Polymer 55 (2014) v-ix

Contents lists available at ScienceDirect

polymer

o

Polymer

journal homepage: www.elsevier.com/locate/polymer

Polymer Vol. 55, No. 4, 25 February 2014

Contents

FEATURE ARTICLE

Computational strategies for polymer dielectrics design pp 979-988

C.C. Wang®®, G. Pilania®, S.A. Boggs®, S. Kumar?, C. Breneman®, R. Ramprasad®®>"

In silico Polymer Dielectrics Design

CEEETEEERIES

2 Department of Materials Science and Engineering, University of Connecticut, 97 North Eagleville Road,
Storrs, CT 06269, USA

b mstitute of Materials Science, University of Connecticut, 97 North Eagleville Road, Storrs, CT 06269, USA
¢ Materials Science and Technology Division, Los Alamos National Laboratory, Los Alamos, NM 87545, USA
d Department of Chemical Engineering, Columbia University, 500W. 120th St New York, NY 10027, USA T e
€ Rensselaer Exploratory Center for Cheminformatics Research and Department of Chemistry and Chemical Dynamics Approaches
Biology, Rensselaer Polytechnic Institute, Troy, NY 12180, USA

HY=EY

) 0 &
Ab initio Molecular Density Functional
Dynamics Theory
POLYMER PAPERS
Novel fluorine-functionalized 1,2-disubstituted polyacetylene - Poly(1-(3,3,3-trifluoropropyldimethylsilyl)-1-propyne). pp 989-994

Synthesis, microstructure and gas transport properties

High gas-separation parameters of
fluorine-containing 1,2-disubstituted
polyacetylenes.

Anton A. Kossov", Valeriy S. Khotimskiy

Topchiev Institute of Petrochemical Synthesis, Russian Academy of Sciences, Leninskiy pr, 29, s
Moscow 119991, Russia e e
HiC s‘\ CHy PTFPS
.
agh iw
POMSP ¢ —(‘47 %) .
H 575“75” u_'; PDMSP
| 205
PTMSP c|"’ ":RTMESE

i 2 g 4 5
CHy 1g (P(CO)), barrers)




vi Contents / Polymer 55 (2014) v-ix

A universal route towards thermoplastic lignin composites with improved mechanical properties pp 995-1003

Shayna L. Hilburgb, Allison N. Elder?, Hoyong Chung?, Rachel L. Ferebee®, Michael R. Bockstaller?,
Newell R. Washburn®¢*

States

b Department of Materials Science & Engineering, Carnegie Mellon University, 5000 Forbes Ave,

Pittsburgh, PA 15213, United States

¢ Department of Biomedical Engineering, Carnegie Mellon University, 4400 Fifth Avenue, Pittshurgh, PA ~b-.d
15213, United States

2 Department of Chemistry, Carnegie Mellon University, 4400 Fifth Avenue, Pittsburgh, PA 15213, United .

Effects of unsaturation and different ring-opening methods on the properties of vegetable pp 1004-1011
oil-based polyurethane coatings 12
Thomas F Garrison®9, Michael R. Kessler®>%*, Richard C. Larock®** 40 | .
castor ,’

2 Department of Chemistry, Iowa State University, Ames, IA, USA _ sl '/ ]
b Department of Materials Science and Engineering, lowa State University, Ames, IA, USA & ,/
€ Ames Laboratory, US Dept. of Energy, Ames, IA, USA s, Linseed-MeOH r |
dSchool of Mechanical and Materials Engineering, Washington State University, Pullman, WA, USA §

& 4 ]

2 4

0r .
0 50 100 150 200 250 300 350 400
Strain (%)

Polypropylene-grafted nanoparticles as a promising strategy for boosting physical pp 1012-1019
properties of polypropylene-based nanocomposites

Toshiaki Taniike, Masahito Toyonaga, Minoru Terano®

School of Materials Science, Japan Advanced Institute of Science and Technology, 1-1 Asahidai, Nomi, 80

Ishikawa 923-1292, japan

750

29

700
2
650 4
l] )
600 %

N\
<
physical 28 c.) Young’s modulus (MPa)
cross-linkage Tensile strength (MPa)

Piperazine-based polyurethane-ureas with controllable degradation as potential bone scaffolds pp 1020-1027

Changshun Ruan®P, Nan Hu®, Yang Hu®P, Lixin Jiang®P, Qingqing Cai*®, Huaiyu Wang®®, Haobo Pan®™”",
William W. Lu*¢, Yuanliang Wang®**

A Center for Human Tissue and Organs Degeneration, Institute of Biomedicine and Biotechnology, df\(fr%fi;y“(d\n ol R f‘nmL T
Shenzhen Institutes of Advanced Technology, Chinese Academy of Sciences, Shenzhen 518055, China oy s PUA PrUU

ceinine ) desrading controlling ( ) desrading

b Shenzhen Key Laboratory of Marine Biomedical Materials, Shenzhen Institutes of Advanced Teclnology,
Chinese Academy of Sciences, Shenzhen 518055, China
¢ College of Bioengineering, Chongging University, Chongging 400030, China

o o€

d Department of Orthopedics and Traumatology, The University of Hong Kong, ey Degraded products

the local microclimatepH —————2

(acidity) (acidity and alkality)

Hong Kong Special Administrative Region




Contents / Polymer 55 (2014) v-ix vii

Methanol diffusion in polyimides: A molecular description pp 1028-1039

Michele Galizia®, Pietro La Manna*"b, Marianna Pannicob, Giuseppe Mensitieri®, Pellegrino Musto™*

2 Department of Chemical, Materials and Industrial Production Engineering, University of Naples Federico I, 7 AJe| Sy
p.le Tecchio 80, 80125 Naples, Italy
b Institute of Chemistry and Technology of Polymers, National Research Council of Italy, Via Campi Flegrei,

3 1
34, 80078 Pozzuoli, Italy [ 6
1% f- Cos // &
\Q:\{_ f 028 056
plp,
Effect of polymer structure on the molecular dynamics and thermal behavior of poly(allyl acetoacetate) pp 1040-1047
and copolymers
Katarzyna Grzybowska®", Zaneta Wojnarowska®, Andrzej Grzybowski®, Marian Paluch?, Juan M. Giussi®,
M. Susana Cortizo®, Iwona Blaszczyk-Lezak®, Carmen Mijangos® 2" structural 1% structural
5 relaxation o, relaxation a,
2 Institute of Physics, University of Silesia, ul. Uniwersytecka 4, 40-007 Katowice, Poland 1N copolymer
b Laboratorio de Estudio de Compuestos Orgdnicos (LADECOR), Instituto de Investigaciones Fisicoquimicas PR 25T St-co-AAA

Teéricas y Aplicadas (INIFTA), CONICET CCT-La Plata, Facultad de Ciencias Exactas, UNLP (1900),
47 y 115 La Plata, Argentina
CInstituto de Ciencia y Tecnologia de Polimeros, CSIC, Juan de la Cierva 3, 28006 Madrid, Spain

E dielectric

log, [z (s)]
2

5] data ’ l
's . Tg2
71 dielectric { e
e data TIK
20 25 30 35 40 45 50 55 60 65
1000/T [K"]
Ruthenium staining for morphological assessment and patterns formation in pp 1048-1054

block copolymer films

Maryléne Vayer”, Thi Hoa Nguyen, Christophe Sinturel

Centre de Recherche sur la Matiére Divisée, CNRS-Université d’Orléans, 1b rue de la Férollerie,
45071 Orléans cedex 2, France

Shape memory and stress relaxation behaviour of oriented mono-dispersed polystyrene pp 1055-1060
RA. Chivers, M.J. Bonner, PJ. Hine, LM. Ward"
Oa> Oy
Soft Matter Group, School of Physics and Astronomy, University of Leeds, Leeds LS2 9T, UK ~T
s 0a=0r
/.\\
E 0z <0y

Time




viil Contents / Polymer 55 (2014) v-ix

Dynamic response of transiently trapped entanglements in polymer networks pp 1061-1069

Diana C. Agudelo®, Leandro E. Roth?, Daniel A. Vega®™”, Enrique M. Vallés®, Marcelo A. Villar®

2 Department of Chemical Engineering, Planta Piloto de Ingenieria Quimica, Camino La Carrindanga Km. 7,
Universidad Nacional del Sur, CONICET, CC 717, 8000 Bahia Blanca, Argentina

b Department of Physics, Instituto de Fisica del Sur (IFISUR), Universidad Nacional del Sur, CONICET, Av. LN.
Alem 1253, 8000 Bahia Blanca, Argentina

Phase behavior of LiCl0,-doped poly(¢-caprolactone)-b-poly(ethylene oxide) hybrids in the pp 1070-1077
presence of competitive interactions
80

Jie Huang, Zai-Zai Tong, Bing Zhou, Jun-Ting Xu*, Zhi-Qiang Fan |
70}
MOE Key Laboratory of Macromolecular Synthesis and Functionalization, Department of Polymer Science L
and Engineering, Zhejiang University, Hangzhou 310027, China 60} /
L @cc)

50} 5

LAM

N

40

DIS

'l
0.0 0.1 0.2 0.3 0.4 0.5

-/;75 OJsait

10 1 1

*Corresponding author

Available online at www.sciencedirect.com
ScienceDirect

Full text of this journal is available, on-line from ScienceDirect. Visit www.sciencedirect.com for more information.

Abstracted/indexed in: AGRICOLA, Beilstein, BIOSIS Previews, CAB Abstracts, Chemical Abstracts. Current Contents: Life Sciences,
Current Contents: Physical, Chemical and Earth Sciences, Current Contents Search, Derwent Drug File, Ei compendex, EMBASE/
Excerpta Medica, Medline, PASCAL, Research Alert, Science Citation Index, SciSearch. Also covered in the abstract and citation
database SCOPUS®. Full text available on ScienceDirect®

ISSN 0032-3861




Author Index

Agudelo, D. C. 1061

Blaszczyk-Lezak, I. 1040
Bockstaller, M. R. 995
Boggs, S. A. 979
Bonner, M. J. 1055
Breneman, C. 979

Cai, Q. 1020
Chivers, R. A. 1055
Chung, H. 995
Cortizo, M. S. 1040

Elder, A. N. 995

Fan, Z.-Q. 1070
Ferebee, R. L. 995

Galizia, M. 1028
Garrison, T. F. 1004
Giussi, J. M. 1040
Grzybowska, K. 1040
Grzybowski, A. 1040

Hilburg, S. L. 995
Hine, P. J. 1055
Hu, N. 1020

Hu, Y. 1020
Huang, J. 1070

Jiang, L. 1020

Kessler, M. R. 1004
Khotimskiy, V. S. 989
Kossov, A. A. 989
Kumar, S. 979

La Manna, P. 1028
Larock, R. C. 1004
Lu, W. W. 1020

Mensitieri, G. 1028
Mijangos, C. 1040
Musto, P. 1028

Nguyen, T. H. 1048

Paluch, M. 1040
Pan, H. 1020
Pannico, M. 1028
Pilania, G. 979

Ramprasad, R. 979
Roth, L. E. 1061
Ruan, C. 1020

Sinturel, C. 1048

Taniike, T. 1012
Terano, M. 1012
Tong, Z.-Z. 1070
Toyonaga, M. 1012

Vallés, E. M. 1061
Vayer, M. 1048
Vega, D. A. 1061
Villar, M. A. 1061

Wang, C. C. 979
Wang, H. 1020

Wang, Y. 1020

Ward, |. M. 1055
Washburn, N. R. 995
Wojnarowska, Z. 1040

Xu, J.-T. 1070

Zhou, B. 1070



