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1169 lonically  crowslinked  gore-shell  particles  for  sing dne fow as ionic crosslinkes, o novel sedl-crrsslinked core-
walerhorme hunidity-sensitive coatings shell styrene aorvlie ionomer lates (PEA-Zn} hiss been prepared
aml clanoclerized, 'The adhesive force, bardnes: and - thermal
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1174 Symhesis, characterization and pholocatalytic activity The ApSngaTz a0 photocatalys) exhilits higher photocatal=ic
studics of telluvivm containing defect pyvochlores,  activiey than MSn,Tey 0, (M = K Cop: aul Soesl o
M5 g Le 50, (W = K, A, Cug g and Sy s photacke gradatim ol methylene Blue and methyl vanlel, The higher

photacatalyiic of AwSng s Te) s i3 due teits low band gap energy,
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1182 Maoleenlar adsorption study of nicotine on the nitrogen
doped TiQy anatase oanoparticles: Lnsishis Irom van
der Waals corrected DFT companlalions

Aodvali Albasi® & Jaber Johanbin Saedroodi

Interaction hetwesn nicoting and N-doped By nanepardcles is
stromger  than thal  belween alcotine  and  pristine TiOk
nanoparicles. The nitragen atom of nicoline molecule cnds o he
srgmgly adsorbed onothe Gve-fold comdinaisl Graninm site of
M-tlopes] anntaze nacopaticles. Tie to the wvun der Wacls
interactinny betwaeen piceling moleeule and Ty, the wclsortion
o the Meduped 105 15 enecgetically mare favorable han thal on
[0 pristing ona,

1182 Experimental  and  theorcticnl  studies oo the
structure,  clectronie  and  vibrational  spectra of

adp-hydroxyhenzylidene-o/p-toluidines
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The: theselicel gecmetry oplimization coupled with vibraoonal and
elecinmic speetral studies of some lilor made allimines reveal that
the b hemesene rings oF the aldimines are out-of-plane with resaret
o azotnelhine linkage, The possible bonding sites of aldimines hava
been predicied by raolecular electrosiatic potential analysis.
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1202 Ouanlum mechanical sindy of carbon nanohiles Noncovalent nteractions of pentositeline with {5, 5 priating and
functiormalized  with  dvogs  pentoxifylline  and  COON funetonadized O3 and e meshanisms of eovalent
Ivsoly line fanctionalizclion of lisofvlline wich (3, 5) COOH and OO0
fanctionalizsd CMTx have deen sudied by DFT calenlations,
Binding o DTN with COOH  fonclivoalied  ONT fs
thermnodynamically faverable, COOH and COCL Eanctivnalized
ERT can bind w0 bvsofylline via OH (COOH mechani=m} aml
" CHCOCT mechanism). e COOM mechamism has higher activation
2nergy han the COCT mechanizm, and henes the CDCL pathway is
sipitable Tor covalent functionalizition.
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1209 Charge tronsfer inleraction of Shwdroxyquinoline  The sbsorption specte of T, SHO and their CTC wolwions in

wilh DD): Specirophotometric, thermodyroamic and
molecnlar modeling studics

Baindls Naveen. Lokliadi Arunapriyva &
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seelomitrile medium confirmes the formation of the charpe wansfer
vomples, Multi-charge eansler bands are obsecved al 230, 548 anl
SRE nen in the spectnn of the CT comples. Kep increases and £+
decreases as the lemperature decreases, which gives an indication
af the eelative strength of the denar.

0.6

| - 2"
05 * >
0.4 | %1077 M BHO Ty
m 0, » g [~ T
g 45x10° MDD Ut =%
B03 P
z02 5107 MDBQ
< i
L B0 i BHO
[ER —
01380 480 550 660

Wavalength {am}

Authors for correspor dence anc indicated by (7)



	20171007154158_00013.pdf (p.1)
	20171007154158_00014.pdf (p.2)
	20171007154158_00015.pdf (p.3)

