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Laboratoare ICT

Laborator Chimie Anorganica- Compusi
anorganici si hibrizi cu relevanta in stiinta
materialelor nanostructurate, precursori
pentru materiale avansate,

Coordonator program dr. ing. Cecilia Savii, CS I,
adresa de e-mail: cecilias@acad-icht.tm.edu.ro;

telefon: 0256491818; domenii: rezultate in



mailto:cecilias@acad-icht.tm.edu.ro

Laboratoare ICT

e Laborator Chimie Organica - Compusi organici si
hetero-organici cu N, P, O, S si F. Elaborarea de
micro si nanomateriale cu proprietati speciale,

e Coordonator program, dr. ing. Eugenia Fagadar-
Cosma, CS [; adresa de e-mail: efagadar@yahoo.com

telefon: 0256491818;

rezultate in domenii: 1.1., 1.2.(1.2.1. si 1.2.3);
1.3.(1.3.3.); 1.5.(1.5.1.si 1.5.3.); 1.6. (1.6.3.);




Laboratoare ICT

Laborator Chimie Computationala-
Proiectarea moleculara asistata de
calculator, Coordonator program, Prof. Dr.
Zeno Simon (membru corespondent al
Academiei Romane),

Sef laborator, dr. Liliana Pacureanu




Directiile de cercetare din cadrul ICT

1.0. Cercetare fundamentala

- organizatia are in acest moment rezultate
notabile

1.2 Bio-nanosisteme

1.2.1 Medicina
- organizatia are potential ca sa actioneze pe
aceasta directie in viitor

1.2.3 Medicamente

-organizatia are potential ca sa actioneze pe
aceasta directie in viitor

1.5 Energie

1.5.2 Conversia de energie
- organizatia are in acest moment rezultate
notabile

1.5.3 Stocarea si transportul de energie
- organizatia are potential ca sa actioneze pe
aceasta directie in viitor

1.6 Industrie de prelucrare

1.6.2 Ceramica

-organizatia are potential ca sa actioneze pe aceasta
directie in viitor

- 1.6.3 Polimeri si compozite

- organizatia are potential ca sa actioneze pe




Experienta si rezultate
pe plan international

Programe Europene:

1. Development of novel SOlid MAterials for high power Li polymer BATteries (SOMABAT).
Recyclability of components, Eugenia Fagadar-Cosma

2. COST CM0802 European Phosphorus Sciences Network (PhoSciNet) member in Managerial
Committee, 2009-12, Otilia Costisor;

3. Contract RI13-026145/15.12.2008, EC FP6 Research Infrastructure Action - III, ,"H-NMR
metabolomic profiling of serum from obese adult female subjects infected by Chlamydophila
pneumoniae”, Dr. Luc Nagels (University of Antwerpen).

4. Proiect IUPAC, 2007-035-1-300/07/08, “Translation in Romanian and dissemination of a
monograph for universities and secondary schools on <Global Climate change>", Director
proiect: Aurelia Pascariu;

COPBIL:

1. Romania-Africa de Sud, , “Polimeri organici ai acidului vinilfosfonic utilizati ca schimbatori de
ioni in cromatografie”; 94/08/09/10, Lavinia Macarie
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Experienta si rezultate
pe plan national

-PN 11 Parteneriate:

@Senzori si microsenzori bazati pe porfirine
pentru analiza compusilor farmaceutici, a
compusilor de importanta clinica si a

alimentelor, Contract D1 10055/ 2007-2010;
partener, Eugenia Cosma Fagadar;

@Tehnologii inovative de obtinere prin
pulverizare termica a microstraturilor
compozite de tip cermet anticorozive si

3/31/2011



Experienta si rezultate

pe plan national

CEEX MATNANTECH coordonator :

e Nanomateriale cu porozitate controlata si proprietati
magnetice si optice dirijate, obtinute prin metoda sol-
gel si sonosinteza, cu potential aplicativ in protectia
mediului, biologie si medicina, 38/05/07, Cecilia Savii;

e Nanocompozite multifunctionale pe baza de arhitecturi
supramoleculare cu proprietati optoelectronice,
fotochimice, electrochimice si biologice-precursori
pentru materiale avansate 48/06/09, Otilia Costisor;

eHibrizi organ1c1 anorgan1c1 cu proprletatl spec1ale pe

3/31/2011




Experienta si rezultate

pe plan national

CEEX partener

mDe la combinatii complexe multimetalice moleculare si
supramoleculare catre noi materiale magnetice 05-D11-
17/05-08; Otilia Costisor;

m Retea de servicii stiintifice de structurare si caracterizare
la scara nanometrica, cu aplicatii in dezvoltarea de
tehnologii convergente - 6111/05-08, Cecilia Savii

m Metode neconventionale de sinteza a compusilor oxidici-
elaborarea bazelor teoretice si aplicatii in sinteza unor
materiale cu proprietati dirijate, 51/06-08, CeciliaSavii;

mCentrul virtual pentru tehnologii integrate cu aplicatii ale

3/31/2011



Experienta si rezultate
pe plan national

Granturi ale Academiei Romane

nBazele Mannich - liganzi de preorganizare pentru
combinatii complexe cu relevanta biologica si precursori
pentru arhitecturi supramoleculare, 47/05/07, Otilia
Costisor;

nProiectarea structurii cristaline si magnetice a fazei rare

e-fe,05 din nanocompozite obtinute prin sinteza sol-
gel;53/05/07, Mihaela Popovici;

nCatalizatori hibrizi cu specii metalice oxo(peroxo)
obtinuti prin functionalizarea silicei mezostructurate

3/31/2011



Experienta si rezultate
pe plan national

Granturi CNCSIS

e Optimizarea proprietatilor de emisie ale unor
luminofori wilemitici nanostructurati activati
cu Mn (II) derivati din sol-gel prin utilizarea
unor surse alternative de energie, campul
ultrasonor, 71/06/07;

director, Dr. CorinaEnache:
. Heteropollac121 nano- structuratl depusl pe site
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Rezultate:

-combinatii complexe, cu rol de caramizi, (building blocks) ss, pentru sisteme

supramoleculare; combinatii complexe ale unor elemente 3d si platinice, cu liganzi de tip baze Mannich si baze Schiff;-sisteme multimetalice
ca precursori pentru sisteme oxidice nanostructurate, pe baza conceptului de ,memorie a coordinarii’;

- matrici mezoporoase de silice si hibride; luminofori,;(bio)nanocompozite
(Supel‘pal‘a-) magnetice, (oxizi de fier, ferite)-matrici anorganice sau hibride cu aplicatii potentiale in nanosisteme

inteligente de transport dirijat si eliberare modulata a medicamentelor la tinta, substante de contrast; in hipertermie; entraparea speciilor
biologice, proteine, medicamente (cisDDP), cu mentinerea activitatii biologice;-compusi luminofori nanostructurati anorganici activati cu
metale tranzitionale si lantanide cu aplicatii potentiale ca trasori in nanomedicina; pigmenti luminofori;

-SenZOI‘i pe baza de porfil‘ine pentru analiza compusilor farmaceutici, a alimentelor sau nanocompozite multifunctionale

cu aplicatii in domeniul celulelor fotovoltaice, protectie anticoroziva, sau terapia fotodinamica a cancerului;

-hibrizi cu hidroxiapatita si arhitecturi macromoleculare, pentru diagnoza
in-Vitl‘O d integl'al'ii implantul‘ilor; materiale hibride prin grefarea complecsilor metalici pe suporti

functionalizati cu grupari pendante cu (amino)fosfonati si silice cu aplicatiile in oxidari biomimetice;

'metal fOSfonati pentru stocarea hidrogenlﬂlﬁ; fosfonati grefati pe suporturi anorganice cu aplicatii in

optoelectronica sau celule fotovoltaice; polimeri si nanocompozite cu fosfor, cu aplicatii in purificarea apelor reziduale, in medicina, cataliza,




COOPERARI INTERNATIONALE

Relatii interacademice
-Institutul de Chimie Anorganica din Rez al Academiei Cehe de
Stiinte/CEHIA

-Inst de Compusi Macromoleculari, Academia de Stiinte a Rusiei,
RUSIA

-Universitatea din Novi Sad, Academia Sarba de Stiinte si Arte /
SERBIA

-Univ din Belgrad, Fac. de Chimie Fizica SERBIA -

-Universitatea Attila Josef, Szeged, Academia Ungara de Stiinte,
UNGARIA

-Centrul Neutronic Budapesta, Inst. de Isotopi si Inst. pentru Fizica
arii Solide si Optica ademia Ungara de Stiinte ARIA




COOPERARI INTERNATIONALE

e Universitati din strainatate.

e Universitatea Tehnica Viena, Austria. Prof. Wolfgang Linert
 Academia de Stiinte a Republicii Moldova, Prof. A. E. Simonov
 Universitatea din Koln, Germania, Prof. Gert Mueller;

e Universitatea din Braunschweig, Germania, Prof. loan Neda

e Universitatea din Leipzig; Prof. S. Berger

e Universitatea din Torino, Italia;

 Universitatea din Creta, Grecia;

 Universitatea din Hull, Marea Britanie, Prof. Mehl G.H

 Universitatea Karl-Franzens Universitat, Graz, Austria, Prof. Walter
M.F. Fabian
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COOPERARI NATIONALE

Universitatea din Bucuresti

Universitatea de Vest, Timisoara, Romania

Institutul de Chimie Fizica “IG Murgulescu”, Bucuresti
Institutul de Biochimie al Academiei Romane, Bucuresti

INCD Pentru Tehnologii [zotopice si Moleculare, Cluj,
Romania

Institutul de Chimie Macromoleculara Petru Poni Iasi

INCD pentru Electrochimie si MaterieCondensata-
Timisoara, Romania




Brevete si cereri

-Cerere brevet de inventie: Procedeu de realizare a unui
senzor potentiometric pe baza de ionofor porfirinic cu
selectivitate inalta pentru argint A/00364/2008,
Eugenia Fagadar-Cosma, Dana Vlascici, Elena Maria Pica,
Otilia Costisor, Viorica Cosma, Liliana Olenic, Otilia
Bizerea

-Cerere brevet de inventie: Senzor potentiometric nitrit-
selectiv, A/00190/23.03.2006, Dana Vlascici, Elena
Maria Pica, Eugenia Fagadar-Cosma, Otilia Bizerea, Otilia
Costisor, Viorica Cosma

-Brevet RO.: Senzori stocastici pentru determinarea

3/31/2011




Publicatii ISI 2010

— Funar-Timofei S., [onescu D., Suzuki T. A tentative quantitative

structure-toxicity relationship study of benzodiazepine
drugs.Toxicol. in Vitro, 24 184-200, 2010. F.I. = 2.473

— Sasca V., Avram L., Verdes O., Popa A.The n-butyl amine TPD
measurement of Bronsted acidity for solid catalysts by
simultaneous TG/DTG-DTA . Appl. Surf. Sci., 256,5533-5538, 2009
(F.I1.=1.616)

— Popa A, Sasca V., Kiss E. E., Marinkovic-Neducin Radmila, Bokorov
M. T., Holclajtner-Antunovic Ivanka, Studies in structural
characterization of silica- heteropolyacids composites prepared
by sol-)gel method.Mat. Chem. Phys., 119, 465-470, 2010. (F.I.=
2.015

- Pacureanu L., Simon Z. DFT plus PCM calculation for pairing

3/31/2011



Publicatii ISI 2009

Katritzky A.R. Pacureanu L.M,, Slavov S.H., Dobchev D.A., Shah D.O., Karelson M.
QSPR study of the first and second critical micelle concentrations of cationic surfactants.
Comput. Chem. Eng. 33(1), 321-332,2009 (F.I. = 1.847).

Higaev A., Waller A., Amit O., Halip L., Bologa C. G., Sklar L. A. Real-time analysis of conformation-sensitive
antibody binding provides new insights into integrin conformational regulation. J. Biol. Chem.,
284(21), 14337-14346, 2009.(F.L. = 5.52).

Oprea, T. L., Bologa, C. G., Boyer, S., Curpan, R. F., Glen, R. C.,, Hopkins, A. L., Lipinski, C. A., Marshall, G. R,,
Martin, Y. C., Ostopovici-Halip, L., Rishton, G., Ursu, O., Vaz, R. J., Waller, C., Waldmann, H., Sklar, L. A. A
crowdsourcing evaluation of the NIH chemical probes.Nat. Chem. Biol, 5(7), 441-447,2009. (F.I. =
14.612).

Ostopovici Halip, L., Borota, A., Mracec, M., Curpan, R., Gruia, A., Mracec, M., 3D homology model of the
alpha2A adrenergic receptor subtype. Rev. Roum. Chim., 54(2), 157-161, 2009. (F.1. = 0.284).

Mracec, M., Gruia, A., Borota, A., Curpan, R., Halip, L., Mracec, M. Conformational analysis of
dexmedetomidine. Rev. Chim.-Bucharest, 60(5), 488-490, 2009. (F.1. = 0.389).

Katritzky A.R., Pacureanu L.M,, Slavov S.H., Dobchev D.A., Karelson M. QSPR study of critical micelle
concentrations of nonionic surfactants. Ind. Eng. Chem. Res. 47 (23), 9687-9695, 2008. (F.IL.
=1.749).

Fagadar-Cosma E., Mirica M., Balcu I., Bucovicean C., Cretu C., Armeanu I., Fagadar-Cosma G. Syntheses,
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http://www.sciencedirect.com/science/journal/00981354
http://www.sciencedirect.com/science?_ob=PublicationURL&_tockey=%23TOC%235235%232009%23999669998%23746231%23FLA%23&_cdi=5235&_pubType=J&view=c&_auth=y&_acct=C000061416&_version=1&_urlVersion=0&_userid=3797462&md5=4789698876a8d43a23f52ff7972c1713
http://www.mdpi.com/journal/molecules

Publicatii ISI 2009

. Fagadar-Cosma E., Enache C., Armeanu I., Dascalu D., Fagadar-Cosma G., Vasile M., Grozescu .The Influence of
pH Over Topography and Spectroscopic Properties of Silica Hybrid Materials Embedding Meso-
tetratolylporphyrin Mat. Res. Bull., 44(2), 426-431, 2009. (FI=1.812).

* [lia G.Phosphorus containing hydrogels. Polym. Adv.Techn., 20(9), 707-722, 2009. (F.1.=2.017).

 Vlase T, Vlase G., Doca N,, llia G.Coupled thermogravimetric-IR techniques and kinetic analysis by non-
isothermal decompozition of Cd and Co vinyl-phosphonates, J. Therm. Anal. Calorim,. 97(2), 467-472, 2009.
(F.1.=1.630)

 Vlase G., Vlase T., Doca N,, Ilia G.,Estimation of flame retardancy effect by thermal analysis using kinetic
parameters obtained under non-isothermal conditions in air. Chin. J. Chem., 27(10), 1919-1924, 2009.(
F.I.= 0.945).

* loitescu A, Vlase G., Vlase T., Ilia G., Doca N. Synthesis and characterization of hydroxyapatite obtained from
different organic precursors by sol-gel method. J. Therm. Anal. Calorim., 96(3), 937-942, 2009.
(F.1.=1.630).

. Micle A., Miklasova N., Varga R., Pascariu A., Plesu N., Petric M., Ilia G. A versatile synthesis of a new

bisiminophosphorane. Tetrahedron Lett., 50(40), 5622-5624, 2009.
F.1.=2.538

. Kristen N., Simulescu V., Viillings A., Laschewsky A., Miller R., von Klitzing R..No charge reversal at foam film
surfaces after addition of oppositely charged polyelectrolytes.J..Phy.Chem. B, 113 (23), 7986-7990, 2009. (
F.1.=4.189).

e [lia G., Parvulescu V., Popa A, Iliescu S. Organic-inorganic hybrids containing phosphonate groups obtained

3/31/2011



http://www.sciencedirect.com/science?_ob=PublicationURL&_tockey=#TOC#5290#2009#999499959#1432063#FLA#&_cdi=5290&_pubType=J&view=c&_auth=y&_acct=C000050221&_version=1&_urlVersion=0&_userid=10&md5=b0a287de6579c5a1b3438135694fddfa

Publicatii ISI 2009

Plesu N., Grozav I, Iliescu S., Ilia G.Acrylic blends based on polyaniline. Factorial design, Synth.
Metals, 159(5-6), 501-507,2009.( F.1.=1,962).

Niculescu, M., Birzescu, M., Dumitru, R., Sisu, E., Budrugeac, P. Co(II)-Ni(II) heteropolynuclear
coordination compound obtained through the reaction of 1,2-propanediol with metallic
nitrates as precursor for mixed oxide of spinel type NiCo,0,

Thermochim. Acta, ,493, 1-5, 2009. ( F.I. =1.692).

Doca N., Vlase G., Vlase T., Perta M., Ilia G., Plesu N.TG, EGA and kinetic study by non-isothermal

decomposition of a polyaniline with different dispersion degree. J. Therm. Anal. Calorim, 97,
479-484, 2009.(F.1.=1.63).

Vlase G., Vlase T., Doca N., Perta M,, Ilia G., Plesu N.Thermal behavior of a sol-gel system containing
aniline and organic phosphonates.J Therm Anal Calorim, 97, 473-4478, 2009. ( F.I. =1.63).

Serb A., Schiopu C., Flangea C., Vukelic Z., Sisu E., Zagrean L., Zamfir A.D..High-throughput analysis
of gangliosides in defined regions of fetal brain by fully automated chip-based
nanoelectrospray ionization multi-stage mass spectrometry. European J. Mass
Spectrometry,15(4), 541-553, 2009. (F.I. =1.167).

Plesu N, Ilia G, Sfarloaga P., Iliescu S. Organic-inorganic hybrids obtained by in situ
polymerization of aniline in silica/phosphonate matrix.J. Mat. Sci.,44 (23), 6437-6446, 2009.
(F.I. =1,185).

Sisu ., Udrescu V., Flangea C., Dinca N., Tudor S., Rusnac L., Zamfir A.D., Sisu E.

Synthesis and structural characterization of maltodextrins functionalized with hexamethylene-
diamine. Cent. Eur. J. Chem., 7(1),66-73, 2009 .(F.1. =0.741).

ea C., Serb A.F., Schiopu C., Tudor S,, Sisu E., Seidler D.G., Zamfir A.D.Discrimination of GalNAc

Flan
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http://www.sciencedirect.com/science/journal/03796779
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Publicatii ISI 2009

A., Crasmareanu C., Lascu A.Contributions to the study of dinitrotoluene adducts with sulfite ion by visible
spectrometry.Rev.Chim. (Bucharest) 60 (5) ,491-493, 2009. (F.I. = 0.389).

Sisu I., Bercean V., Badea V., Caproiu M.T., Sisu E.Thioribofuranoside of mercaptotriazole. Rev.Chim. (Bucharest) 60 (9),
880-882, 2009. (F.I. =0.389).

Simu G. M., Dragomirescu M., Andoni M., Agrigoroaie G. Synthesis, physico-chemical characterization and in vivo imagistic
skin evaluation of a new disazo dye containing eco-friendly precursors. Rev. Chim. Bucuresti, 60(12), 2009.(F.1L. =
0.389).

Chicu S. A., Simu G. M. Hydractinia Echinata test system. I. Toxicity determination of some benzenic, biphenylic and
naphthalenic phenols. Comparative SAR-QSAR study. Rev. Roum. Chim., 54(8), 659-669, 2009. (F.I. = 0.182).

Penescu M,, Sisu I., Purcarea V.L., Sisu E.The applications of mass spectrometry for identifing modern biochemical markers
of nephropathies.Farmacia, 57(6),667-680, 2009.(F.1. =0.056).

[liescu S., Pascariu A., Plesu N., Popa A, Macarie L., [lia G.Unconventional method used in synthesis of polyphosphoesters.
Polym. Bull,, 63, 485-495, 2009. (F.1. = 1.127).

Taubert L., Ridulescu H., Kiss A. S., Princz E., Stefanovits-Banyai E. Soil amendment and plant fertilization by residual
calcium and magnesium. Rev. Chim., 60(1) 5-8, 2009.( F.1.= 0.261)

Popa A., Plesu Nicoleta, Sasca V., Catalytic conversion of ethanol on polyaniline protonated with heteropolyacids, J. Optoel.
Adv. Mat,11 (4),502-508, 2009. (F.I. = 0.827)Popa A., Holclajtner-Antunovic¢ Ivanka, Vasiljevi¢-Radovié
Dana, Sasca V., AFM and SEM-EDS examination of highly dispersed heteropolyacids supported on MCM 41 and SBA 15
mesoporous materials. J. Optoel. Adv. Mat., 11 (8), 1185-1190, 2009. ( F.I. = 0.827). Zamfir A.D., Flangea C,, Sisu E.,
Serb A.F., Dinca N., Bruckner P., Seidler D.G. Analysis of novel over- and under-sulfated glycosaminoglycan sequences
by enzyme cleavage and multiple stage MS. Proteomics, 9(13), 3435-3444, 2009. (F.l.=4.586).

Schiopu C., Flangea C., Capitan F., Serb A., Vukeli¢ Z., Kalanj-Bognar S., Sisu E., Przybylski M., Zamfir A.D. Determination of
ganglioside composition and structure inhuman brain hemangioma by chip-based nanoelectrospray ionization
tandem mass spectrometry.Anal.& Bioanal. Chemistry,395(8) 2465-77, 2009. (F.I. =3.328).

Flangea C,, Sisu E., Schiopu C., Serb A., Przybylski M., Seidler D.G., Zamfir A.D. Determination of sulfation pattern in brain

glycosaminoglycans by chip-based electrospray ionization ion trap mass spectrometry.Anal.& Bioanal. Chemistry,
395(8) 2489-98, 2009. (F.I. =3.328).
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Publicatii ISI 2008

Zeng X., Cseh L., Mehl G. H., Ungar G., Testing the triple network structure of the cubic Im3m (I)
phase by isomorphous replacement and model refinement. J. Mater. Chem., 18, 2953-2961,
2008. (F.1. =4.339)

Perdivara I., Sisu E., Sisu 1., Dinca N., Tomer K. B., Przybylski M., Zamfir A. D.
Enhanced electrospray ionization Fourier transform ion cyclotron resonance mass
spectrometry of long-chain polysaccharides. Rapid Commun Mass Spectrom. 22, 77 3-
782,2008.(F. 1. = 3.4)

Funar-Timofei S., [liescu S., QSPR Study of Phosphoric Polyester Glass Transition Temperature by
PLS. Match-Commun. Math. Co., 60 (3),997-1005, 2008 (F. 1. = 2.580)

Popa A., Davidescu C.M., Negrea P., Ilia G., Katsaros A., Demadis K.Adsorption of Divalent Metal lons
(Ca?*, Cu?* and Ni%*) From Aqueous Solutions Using Phosphonate Ester/Phosphonic Acid
Grafted on Styrene-Divinylbenzene Copolymers. Industrial & Engineering Chemistry
Research, 47(6),2010-2017,2008 (F.I.=1.749)

Vlascici D., Fagadar-Cosma E., Pica E. M., Cosma V., Bizerea 0., Mihailescu G., Olenic L.Free Base
Porphyrins as lonophores for Heavy Metal Sensors Sensors, 8, 4995-5004, 2008, DOI:
10.3390/s8084995, ISSN 1424-8220, www.mdpi.org/sensors-OPEN ( F. 1. =1.573)

Vlad M., Labadi I, Sayti L., Tudose R., Linert W., Costigsor O.Synthesis, characterization and thermal
properties of [Cu(VO),(4,4-bpy),2H,0] a 2D polymer.J. Therm. Anal. Calorim., 91(3), 925-
928, 2008. (F. I = 1.483)

Doca N., Vlase G., Vlase T., llia G.Thermal behavior of Cd and Co phenyl-vinyl-phosphonates under
non-isothermal condition.. J. Therm. Anal. Calorim., 94 (2), 441-445, 2008(F. 1. =1.483).

Sasca V., Mosoarca E. M., Avram L., Tudose R., Costisor O. Thermal behavior of Mannich base N,N’-
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