ANEXA 1

FISA DE EVALUARE GENERALA A STANDARDELOR UNIVERSITATII

I. Evaluarea contributiilor profesionale si de cercetare

CRITERII DESCRIPTORI PUNCTAJE ACORDATE
1. Articole stiintifice publicate in | (60 puncte x factor de impact + 25) /
extenso In reviste cotate Web of | numar autori
Science cu factor de impact
2. Articole stiintifice publicate in | 20 puncte / numar autori
extenso in reviste indexate fard
factor de impact
3. Articole stiintifice publicate in | 15 puncte / numar autori
extenso in reviste indexate BDI
4. Articole stiintifice publicate in | indexate ISI: 30 puncte / numar autori
extenso in volumele conferintelor | indexate in BDI: 15 puncte / numar
autori
alte categorii: 5 puncte / numadr autori
5. Carti stiintifice publicate (doar | edituri academice internationale: 100
prima editie) puncte la 100 pagini / numar autori
alte edituri internationale: 70 puncte la
L1. 100 pagini / numadr autori
ACTIVITATEA edituri academice nationale: 50 puncte
DE CERCETARE la 100 pagini / numar autori
(70%) alte edituri nationale: 20 puncte la 100

pagini / numadr autori

6. Carti stiintifice traduse si
publicate 1n edituri din striinatate

100 puncte la 100 pagini / numar
autori

7. Coordonarea si editarea de
volume, traduceri si antologii

edituri academice internationale: 60
puncte / numadr autori

alte edituri internationale: 40 puncte /
numdr autori

edituri academice nationale: 30 puncte
/ numdr autori

alte edituri nationale: 15 puncte /

numar autori

8. Articole publicate in dictionare
si enciclopedii

edituri academice internationale: 30
puncte / numadr autori

alte edituri internationale: 20 puncte /
numdr autori

edituri academice nationale: 15 puncte
/ numdr autori

alte edituri nationale: 5 puncte / numar
autori

9. Contracte de cercetare stiintifica
in institutii academice (universitati,
mstitute ale Academiei Roméane,
institute nationale de cercetare,
mstitute de cercetare din strainatate,
alte categorii de institute academice)

contracte internationale — director: 100
puncte pentru fiecare 100.000 Euro

contracte internationale — membru:
100 puncte pentru fiecare 100.000
Euro / numarul membrilor echipei de
cercetare

contracte nationale — director: 50
puncte pentru fiecare 500.000 lei

contracte nationale — membru: 50
puncte pentru fiecare 500.000 lei /
numdrul membrilor  echipei de
cercetare

10. Contracte de cercetare In mediul
de afaceri si sectorul public

organizatii internationale: 100 puncte
pentru fiecare 100.000 Euro

firme multinationale: 100 puncte
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pentru fiecare 100.000 Euro

firme nationale: 50 puncte pentru
fiecare 500.000 Euro

organizatii administrative nationale: 40
puncte pentru fiecare 500.000 Euro

alte organizatii publice de nivel
national: 30 puncte pentru fiecare
500.000 Euro

11. Brevete

internationale: 100 puncte / numar de
autori

nationale: 30 puncte / numar autori

12. Citari si recenzii ale lucrarilor
stiintifice

reviste de specialitate din strainatate:
(10 + 20 x factor de impact) / numar
autori, pentru fiecare citare

reviste de specialitate din tara: (5 + 10
x factor de impact) / numar autori,
pentru fiecare citare

monografii academice din strainatate:
50 puncte / numar autori, pentru
fiecare citare

monografii academice din tard: 25
puncte / numar autori, pentru fiecare
citare

13. Lucrari sustinute 1n calitate de
invitat la manifestari stiintifice
(conferinte, congrese, simpozioane,
seminarii si ateliere de lucru)

strainatate: 25 puncte pentru fiecare
activitate

tara: 10 puncte pentru fiecare activitate

14. Profesor/cercetator invitat la
universitati/institute de cercetare

strainatate: 25 puncte pentru fiecare
activitate

tara: 10 puncte pentru fiecare activitate

15. Edito/Membru in Editorial
Board & Advisory Board

reviste cotate Web of Science: editor, 30
puncte pentru fiecare revistd; membru,
20 puncte pentru fiecare revistad

reviste internationale si alte reviste ale
Universitatii: editor, 15 puncte pentru
fiecare revistd; membru, 10 puncte
pentru fiecare revista

16. Premii internationale obtinute
printr-un proces de selectie

100 puncte / categorie / numar
persoane

17. Premii ale Academiei Romane

50 puncte/categorie, indiferent de nr.
de autori (HS nr. 7/27.03.2014)

18. Alte premii nationale ale
institutiilor culturale

20 puncte / categorie / numar persoane

19. Participdri la manifestari

stiintifice

internationale:  presedinte  comitet
organizare/consiliu stiintific, 25 puncte
pentru fiecare activitate; membru
comitet organizare/consiliu stiintific,
15 puncte pentru fiecare activitate;
moderator de panel, 15 puncte pentru
fiecare  activitate;  raportor  pe
sectiuni/paneluri, 10 puncte pentru
fiecare activitate
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nationale: presedinte comitet
organizare/consiliu stiingific, 15 puncte
pentru fiecare activitate; membru
comitet organizare/consiliu stiintific, 5
puncte pentru fiecare activitate;
moderator de panel, 5 puncte pentru
fiecare  activitate;  raportor  pe
sectiuni/paneluri, 2 puncte pentru
fiecare activitate

1. Tratate si manuale universitare | 30 puncte la 100 pagini / numar de
autori
2. Proiecte didactice | 40 puncte pentru fiecare activitate
(infiintare/dotare laboratoare
licentd, master, sili workshop,
1.2 biblioteci  proprii  facultatilor,
ACTIVITATEA departamentelor, laboratoarelor si
DIDACTICA grupurilor de cercetare)
30%) 3. Materiale suport curs, seminar, | 10 puncte pentru fiecare activitate

lucrari  practice i
analitice detaliate

programe

4. Organizare de aplicatii si
practicé de specialitate

5 puncte pentru fiecare activitate




UNIVERSITATEA ,,ALEXANDRU IOAN CUZA” DIN IASI

PER LIBERTATEM AD VERITATEM

CRITERIUL

DESCRIPTORI

PUNCTAJUL ACORDAT

I1. Evaluarea prestatiei
didactice si de consiliere
a studentilor (se face de
catre studenti conform
fisei din anexa 2, din
regulament)

Evaluare studenti - date
preluate din Decanat

111. Evaluarea gradului
de indeplinire a
obligatiilor didactice si a
respectarii, prevederilor
esentiale ale Cartei
referitoare la prestigiul si
interesele Universitatii si
ale comunitatii
academice universitare;

Director departament

IV. Evaluarea gradului
de indeplinire a unor
obiective specifice,
stabilite in acord cu
misiunea si obiectivele
Universitatii, ale
facultatii sau
departamentului.

a) initierea, conducerea sau
participarea la elaborarea si
derularea unor programe si
activitati de interes major
pentru Universitate sau
facultate;

15 puncte pentru fiecare activitate

b) contributii specifice la
realizarea misiunii §i
obiectivelor Universitatii,
facultatii sau
departamentului;

b).1. comisii elaborare subiecte pentru
Concursul de Chimie “Magda Petrovanu” —
20 pct.

b).2. comisii supraveghere pentru Concursul
de Chimie “Magda Petrovanu” — 10 pct.
b).3. comisii orar, alte comisii — 15 pct.

b).4. depunerea unui contract de cercetare
(eligibil) — 30 pct.

c) participarea la jurii sau
comisii de specialitate, in tara
si strainatate;

15 puncte — internationale
5 puncte - nationale

d) activitati ca membru in
asociatii stiintifice si
profesionale, din tara si
strainatate;

10 puncte — internationale
5 puncte - nationale
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e) initierea, coordonarea sau
participarea la programe de
cooperare internationala
(TEMPUS, SOCRATES,
COPERNICUS etc.);

e).l. initierea de programe — 15 puncte
e).2. coordonarea de programe — 10 puncte
e).3. participarea la programe — 5 puncte

f) activitati ca membru in
colectivul de redactie al unor
reviste stiintifice din tard sau
din strainatate;

15 puncte — internationale
5 puncte - nationale

g) organizarea de congrese,
conferinte sau alte
manifestari stiintifice;

15 puncte — internationale
5 puncte - nationale

h) contributii la obtinerea
unor rezultate performante de
catre personalul didactic si
studenti Intr-un domeniu de
mare interes pentru
Universitate sau Facultate.

15 puncte — internationale
10 puncte - nationale

Total Criteriul I:

Total Criteriul II:

Total Criteriul III:

Total Criteriul IV:

Total general:

Data: 3 Tunie 2019

3487.54

3487.54

Semnatura: DUMITRU CLAUDIU SERGENTU




Dr. Dumitru-Claudiu Sergentu

FISA DE AUTOEVALUARE

in conformitate cu prevederile figei de evaluare generala a standardelor Universitatii

ANEXA 1

CRIT. DESCRIPTORI PUNCTAJ
1. Articole stiintifice publicate in extenso in reviste cotate Web of Science cu factor de 1114.59
impact
2. ArtFi)coIe stiintifice publicate Tn extenso in reviste indexate fara factor de impact 0
3. Articole stiintifice publicate in extenso in reviste indexate BDI 0
4. Articole stiintifice publicate in extenso in volumele conferintelor 0
5. Carti stiintifice publicate (doar prima editie) 0
6. Carti stiintifice traduse si publicate n edituri din strainatate 0
’S 7. Coordonarea si editarea de volume, traduceri si antologii 0
E 8. Articole publicate in dictionare si enciclopedii 0
g Contracte de cerAcetare stiintifica Tn institutii academice (universitati, institute ale
o Academiei Romane, institute nationale de cercetare, institute de cercetare din
& 9. strainatate, alte categorii de institute academice) 0
w
°<‘ 10. Contracte de cercetare in mediul de afaceri si sectorul public 0
m 11. Brevete 0
8 12. Citari si recenzii ale creatiei de autor 2172.95
'g'_,J 13. Lucrari sustinute in calitate de invitat la manifestari stiintifice (conferinte, congrese, 0
w simpozioane, seminarii si ateliere de lucru)
2 14. Profesor/cercetator invitat la universitati/institute de cercetare 100
Il-I_J 15. Editor, membru in Editorial Board la reviste si edituri recunoscute 0
l‘j 16. Premii internationale obtinute printr-un proces de selectie 0
S 17. Premii ale Academiei Roméane 0
S 18. Alte premii nationale ale institutiilor culturale 0
< 19. Participari la manifestari stiintifice 100
CERCETARE 3487.54

1. Tratate si manuale universitare

2. Proiecte didactice (infiintare/dotare laboratoare licenta, master, sali workshop, 0 biblioteci
proprii facultatilor, departamentelor, laboratoarelor si grupurilor de cercetare)

3. Materiale suport curs, seminar, lucrari practice si programe analitice detaliate 0

4. Organizare de aplicatii si practica de specialitate 0

DIDACTIC 0
TOTAL 3487.54

1/2



Dr. Dumitru-Claudiu Sergentu

LISTA DETALIATA

ACTIVITATEA DE CERCETARE
Total CERCETARE: 3113.86 puncte

1. Articole stiintifice publicate in extenso in reviste cotate Web of Science cu factor de impact
Total: 1114.59 puncte
(60x12.1

1. “Homoleptic aryl complexes of uranium(lV)’, N. J. Wolford, D.-C. Sergentu, W. Brennessel, J.| 02+25)/5
Autschbach and M. Neidig, Angew. Chem. (IF=12.102), 2019, DOI: 10.1002/anie.201905423. | =150.22

2. “Magnetic circular dichroism spectra of transition metal complexes calculated from restricted (60x3.90
active space wavefunctions”, Y. Heit, D.-C. Sergentu’ and J. Autschbach, Phys. Chem. 6+25)/3=
Chem. Phys. (IF=3.906), 2019, 21, 5586. ('signed as first author) 86.45

3. “Ab initio study of covalency in the ground versus core-excited states X-ray absorption spectra | (60x8.70
of actinide complexes”, D.-C. Sergentu, T. J. Duignan and J. Autschbach, J. Phys. Chem. 9+25)/3=
Lett. (IF=8.709), 2018, 9, 5583. 182.51

4. “Adiuranium carbide cluster stabilized inside a Ceo fullerene cage”, X. Zhang, W. Li, L. Feng, X.| (60x12.3
Chen, A. Hansen, S. Grimme, S. Fortier, D.-C. Sergentu, T. J. Duignan, J. Autschbach, S. 53+25)/2
Wang, Y. Wang, G. Velkos, A. A. Popov, N. Aghdassi, S. Duhm, X. Li, J. Li, L. Echegoyen, W. | 0=38.31
H. E. Schwarz and N. Chen, Nat. Commun. (IF=12.353), 2018, 9, 2753.

(60x9.06

5. “Similar ligand-metal bonding for transition metals and actinides? 5f' U(C;H;)?" versus 3d" 3+25)/3=
metallocenes”, D.-C. Sergentu, F. Gendron and J. Autschbach, Chem. Sci. (IF=9.063), 2018, 189.59
9, 6292.

6. “Understanding and Controlling the Emission Brightness and Color of Molecular Cerium (60x14.3
Luminophores”, Y. Quao,” D.-C. Sergentu,” H. Yin, A. V. Zabula, T. Cheisson, A. Mc Skimming, | 57+25)/1
B. C. Manor, P. J. Carroll, J. A. Anna, J. Autschbach and E. J. Schelter, J. Am. Chem. Soc. 1=80.58
(IF=14.357), 2018, 140, 4588. ('signed as first author)

7. “The bonding picture in hypervalent XF; (X =Cl, Br, |, At) fluorides revisited with quantum (60x3.22
chemical topology”, M. Amaouch, D.-C. Sergentu, D. Steinmetz, R. Maurice, N. Galland, R. 1+25)/7=
Maurice and J. Pilmé, J. Comput. Chem. (IF=3.221), 2017, 38, 2753. 31.18

8. “Targeted radionuclide therapy with astatine-211: Oxidative dehalogenation of astatobenzoate | (60x4.12
conjugates”, D. Teze, D.-C. Sergentu, V. Kalichuk, J, Barbet, D. Deniaud, N. Galland, R. 2+25)/8=
Maurice and G. Montavon, Sci. Rep. (IF=4.122), 2017, 7, 2579. 34.04

9. “The heaviest possible ternary trihalogen species, AtIBr~, evidenced in aqueous solution: An| (60x12.1
experimental effort driven by computations”, N. Guo, D.-C. Sergentu, D. Teze, R. Maurice, J| 02+25)/7
Champion, N. Galland and G. Montavon, Angew. Chem. (IF=12.102), 2016, 55, 15369. =107.3

10. “Unravelling the hydration-induced ground-state change of AtO* by relativistic and (60x3.90
multiconfigurational wave-function-based methods”, D.-C. Sergentu, F. Réal, G. Montavon, N. | 6+25)/5=
Galland and R. Maurice, Phys. Chem. Chem. Phys. (IF=3.906), 2016, 18, 32703. 51.87

11. “Scrutinizing “invisible” astatine: A challenge for modern density functionals”, D.-C. Sergentu, (60x3.22
G. David, G. Montavon, R. Maurice and N. Galland, J. Comput. Chem. (IF=3.221), 2016, 37, | 1+25)/5=
1345. 43.65

12. “Advances on the determination of the astatine Pourbaix diagram: Predomination of
[AtO(OH),]” over At- in basic conditions”, D.-C. Sergentu, D. Teze, A. Sabatié-Gogova, C. (60x5.16
Alliot, N. Guo, F. Basal, I. Da Silva, D. Deniaud, R. Maurice, J. Champion, N. Galland and G. +25)/12=
Montavon, Chem. Eur. J. (IF=5.160), 2016, 22, 2964. 27.88

13. “Electronic structures and geometries of the XF3; (X = Cl, Br, |, At) fluorides”, D.-C. Sergentu, M. (60x2.84
Amaouch, J. Pilmé, N. Galland and R. Maurice, J. Chem. Phys. (IF=2.843), 2015, 143, 3+25)/5=
114306. 39.12

14. “Computational determination of the dominant triplet population mechanism in photoexcited (60x3.90
benzophenone”, D.-C. Sergentu, R. Maurice, R. W. A. Havenith, R. Broer and D. Roca{ 6+25)/5=
Sanjuan, Phys. Chem. Chem. Phys. (IF=3.906), 2014, 16, 25393. 51.87




12. Citari si recenzii ale lucrarilor stiintifice

Total: 2172.95 puncte

I. Lucrarea proprie: “Magnetic circular dichroism spectra of transition metal complexes calculated
from restricted active space wavefunctions”, Y. Heit, D.-C. Sergentu” and J. Autschbach, Phys.
Chem. Chem. Phys. (IF=3.906), 2019, 21, 5586. ('signed as first author),
este citata in:

(20 x
IF+10)/3

1. Sun, S.; Williams-Young, D.; Li, X. An Ab Initio Linear Response Method for Computing
Magnetic Circular Dichroism Spectra with Nonperturbative Treatment of Magnetic Field. J.
Chem. Theory Comput. (IF=5.399) 2019, 15 (5), 3162—-3169.
https://doi.org/10.1021/acs.jctc.9b00095.

39.33

2. Jin, Q.; Chen, S.; Sang, Y.; Guo, H.; Dong, S.; Han, J.; Chen, W.; Yang, X.; Li, F.; Duan, P.
Circularly Polarized Luminescence of Achiral Open-Shell 7-Radicals. Chem. Commun.
(IF=6.290) 2019. https://doi.org/10.1039/C9CC03281A.

45.27

Il. Lucrarea proprie: “A diuranium carbide cluster stabilized inside a Cg fullerene cage”, X. Zhang,
W. Li, L. Feng, X. Chen, A. Hansen, S. Grimme, S. Fortier, D.-C. Sergentu, T. J. Duignan, J.
Autschbach, S. Wang, Y. Wang, G. Velkos, A. A. Popov, N. Aghdassi, S. Duhm, X. Li, J. Li, L.
Echegoyen, W. H. E. Schwarz and N. Chen, Nat. Commun. (IF=12.353), 2018, 9, 2753,
este citata in:

(20 x
IF+10)/2
0

1. Cai, W.; Abella, L.; Zhuang, J.; Zhang, X.; Feng, L.; Wang, Y.; Morales-Martinez, R.; Esper, R,;
Boero, M.; Metta-Magana, A.; et al. Synthesis and Characterization of Non-Isolated-Pentagon-
Rule Actinide Endohedral Metallofullerenes U@C1(17418)-C7s, U@ C1(28324)-Cs , and Th@ C
1 (28324)-C g : Low-Symmetry Cage Selection Directed by a Tetravalent lon. J. Am. Chem.
Soc. (IF=14.357) 2018, 140 (51), 18039-18050. https://doi.org/10.1021/jacs.8b10435.

14.86

2. Cornia, A.; Mannini, M.; Sessoli, R.; Gatteschi, D. Propeller-Shaped Fe4 and Fe; M Molecular
Nanomagnets: A Journey from Crystals to Addressable Single Molecules. Eur. J. Inorg.
Chem. (IF=2.507) 2019, 2019 (5), 552-568. https://doi.org/10.1002/ejic.201801266.

3.01

3. Fuertes-Espinosa, C.; Gomez-Torres, A.; Morales-Martinez, R.; Rodriguez-Fortea, A.; Garcia-
Simén, C.; Gandara, F.; Imaz, I.; Juanhuix, J.; Maspoch, D.; Poblet, J. M.; et al. Purification of
Uranium-Based Endohedral Metallofullerenes (EMFs) by Selective Supramolecular
Encapsulation and Release. Angew. Chemie (IF=12.102) 2018, 130 (35), 11464—11469.
https://doi.org/10.1002/ange.201806140.

12.60

4. Gomez-Torres, A.; Esper, R.; Dunk, P. W.; Morales-Martinez, R.; Rodriguez-Fortea, A.;
Echegoyen, L.; Poblet, J. M. Small Cage Uranofullerenes: 27 Years after Their First
Observation. Helv. Chim. Acta (IF=1.081) 2019, 102 (5), e1900046.
https://doi.org/10.1002/hlca.201900046.

1.58

5. Jin, P.; Li, Y.; Magagula, S.; Chen, Z. Exohedral Functionalization of Endohedral
Metallofullerenes: Interplay between inside and Outside. Coord. Chem. Rev. (IF=14.499)
2019, 388, 406—439. https://doi.org/10.1016/j.ccr.2019.02.028.

15.00

6. Li,Y.;Yang,L.; Wei, Z,; Hou, Q.; Li, L.; Jin, P. Robust Metal-Pentagon Interactions in the Th-
Based Endohedral Metallofullerenes Revealed by DFT Calculations. Int. J. Quantum Chem.
(IF=2.568) 2019, 119 (6), e25826. https://doi.org/10.1002/qua.25826.

3.07

7. Liu, A.; Nie, M.; Hao, Y.; Yang, Y.; Wang, T.; Slanina, Z.; Cong, H.; Feng, L.; Wang, C.; Uhlik,
F. Ho.O@C74 : Ho2O Cluster Expands within a Small Non-IPR Fullerene Cage of C»(13333)-
C74. Inorg. Chem. (IF=4.700) 2019, 58 (8), 4774—-4781.
https://doi.org/10.1021/acs.inorgchem.8b03145.

5.20

8. Su, W, Pan, S;; Sun, X.; Wang, S.; Zhao, L.; Frenking, G.; Zhu, C. Double Dative Bond
between Divalent Carbon(0) and Uranium. Nat. Commun. (IF=12.353) 2018, 9 (1), 4997.
https://doi.org/10.1038/s41467-018-07377-6.

12.85

lll. Lucrarea proprie: “Similar ligand-metal bonding for transition metals and actinides? 5f'
U(C7H),? versus 3d" metallocenes”, D.-C. Sergentu, F. Gendron and J. Autschbach, Chem. Sci.
(IF=9.063), 2018, 9, 6292,
este citata in:

(20 x
IF+10)/3




Layfield, R.; Guo, F.-S.; Mansikkamaki, A.; Tong, M.-L.; Chen, Y.-C. Uranocenium: Synthesis,
Structure and Chemical Bonding. Angew. Chemie Int. Ed. (IF=12.102) 2019.
https://doi.org/10.1002/anie.201903681.

84.01

Su, J.; Batista, E. R.; Boland, K. S.; Bone, S. E.; Bradley, J. A.; Cary, S. K,; Clark, D. L.;
Conradson, S. D.; Ditter, A. S.; Kaltsoyannis, N.; et al. Energy-Degeneracy-Driven Covalency
in Actinide Bonding. J. Am. Chem. Soc. (IF=14.357) 2018, 140 (51), 17977—17984.
https://doi.org/10.1021/jacs.8b09436.

99.05

Sergentu, D.-C.; Duignan, T. J.; Autschbach, J. Ab Initio Study of Covalency in the Ground
versus Core-Excited States and X-Ray Absorption Spectra of Actinide Complexes. J. Phys.
Chem. Lett. (IF=8.709) 2018, 9 (18), 5583-5591. https://doi.org/10.1021/acs.jpclett.8002412.

61.39

Bora, P. L.; Novotny, J.; Ruud, K.; Komorovsky, S.; Marek, R. Electron-Spin Structure and
Metal-Ligand Bonding in Open-Shell Systems from Relativistic EPR and NMR: A Case Study
of Square-Planar Iridium Catalysts. J. Chem. Theory Comput. (IF=5.399) 2019, 15 (1), 201—
214. https://doi.org/10.1021/acs.jctc.8b00914.

39.33

Lucrarea proprie: “Understanding and Controlling the Emission Brightness and Color of

Molecular Cerium Luminophores”, Y. Quao,” D.-C. Sergentu,” H. Yin, A. V. Zabula, T. Cheisson,

A. Mc Skimming, B. C. Manor, P. J. Carroll, J. A. Anna, J. Autschbach and E. J. Schelter, J. Am.
Chem. Soc. (IF=14.357), 2018, 140, 4588. (‘signed as first author),
este citata in:

(20 x
IF+10)/1
1

Qiao, Y.; Cheisson, T.; Manor, B. C.; Carroll, P. J.; Schelter, E. J. A Strategy to Improve the

Performance of Cerium(lll) Photocatalysts. Chem. Commun. (IF=6.290) 2019, 55 (28), 4067—-

4070. https://doi.org/10.1039/C9CC00282K.

12.35

Zhang, Y.; Akhmedov, N. G.; Petersen, J. L.; Milsmann, C. Photoluminescence of Seven-
Coordinate Zirconium and Hafnium Complexes with 2,2"-Pyridylpyrrolide Ligands. Chem. — A
Eur. J. (IF=5.160) 2019, chem.201804671. https://doi.org/10.1002/chem.201804671.

10.29

Zhang, Y.; Petersen, J. L.; Milsmann, C. Photochemical C—C Bond Formation in Luminescent
Zirconium Complexes with CNN Pincer Ligands. Organometallics (IF=4.051) 2018, 37 (23),
4488-4499. https://doi.org/10.1021/acs.organomet.8b00388.

8.27

Lindqgvist-Reis, P.; Réal, F.; Janicki, R.; Vallet, V. Unraveling the Ground State and Excited
State Structures and Dynamics of Hydrated Ce %" lons by Experiment and Theory. Inorg.
Chem. (IF=4.700) 2018, 57 (16), 10111-10121.
https://doi.org/10.1021/acs.inorgchem.8b01224.

9.45

Qiao, Y.; Schelter, E. J. Lanthanide Photocatalysis. Acc. Chem. Res. (IF=20.955) 2018, 51
(11), 2926—2936. https://doi.org/10.1021/acs.accounts.8b00336.

39.01

Zhang, Y.; Lee, T. S.; Petersen, J. L.; Milsmann, C. A Zirconium Photosensitizer with a Long-
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14. Cercetator invitat la universitati/institute de cercetare
Total: 100 puncte
1. Institutia: Instituto de Ciencia Molecular (ICMol), Universitat de Valéncia, Spania.
Perioada: lanuarie 2012 — lunie 2012.
Activitate de cercetare in domeniul fotochimiei computationale. 25
indrumétori: Prof. Manuela Merchan, Dr. Daniel Roca-Sanjuan, Prof. Ria Broer, Dr. Remco
Havenith

2. |Institutia: State University of New York at Buffalo, Buffalo, Statele Unite ale Americii
Perioada: Februarie 2017 — Februarie 2018
Activitate de cercetare in regim postdoctoral in chimie teoretica: proprietati magnetice, optice si 25
spectroscopie, specii chimice bazate pe metale grele.

Indrumétor: Prof. Jochen Autschbach

3. Institutia: State University of New York at Buffalo, Buffalo, Statele Unite ale Americii
Perioada: Februarie 2018 — Februarie 2019 25
Activitate de cercetare in regim postdoctoral in chimie teoretica: proprietati magnetice, optice si
spectroscopie, specii chimice bazate pe metale grele.

Indrumétor: Prof. Jochen Autschbach

4. |Institutia: State University of New York at Buffalo, Buffalo, Statele Unite ale Americii
Perioada: Februarie 2019 — Prezent
Activitate de cercetare Tn regim postdoctoral in chimie teoretica: proprietati magnetice, optice si 25
spectroscopie, specii chimice bazate pe metale grele.

Indrumétor: Prof. Jochen Autschbach
19. Participari la manifestari stiintifice
Total: 100 puncte

1. Poster: “X-ray absorption spectroscopy: Chemical bonding in actinide complexes from ab initio

multireference wavefunction approaches”, D.-C. Sergentu and J. Autschbach, 2" European 10




Poster: “The peculiar electronic structure of AtO* in water”, D.-C. Sergentu, F. Réal, N. Galland
and R. Maurice, 7" International Meeting on Atomic and Molecular Physics and Chemistry, Le
Havre, France, 27 - 30 June, 2016.

10

Poster plus Workshop: “Ground-state reversal induced by solvation: Electronic structure of
AtO* in water”, D.-C. Sergentu, N. Galland and R. Maurice, TALISMAN ThUL Schoal in
Actinide Chemistry, Karlsruhe, Germany, 28 September — 2 October, 2015.

10

Comunicare orala: “Electronic structures of the XF3 (X = Cl, Br, I, At) fluorides and topology of
their potential energy surfaces", D.-C. Sergentu, N. Galland and R. Maurice, 2" European
Symposium on Density Functional Theory and its Applications, Debrecen, Hungary, 31 August
- 4 September, 2015.

10

Comunicare orala: “Investigating AtO*-(OH"), complexes at the molecular scale using quantum
mechanical methods”, D.-C. Sergentu, J. Champion, A. Sabatié-Gogova, J.-Y. Le Questel, R,
Maurice, G. Montavon and N. Galland, Scientific Days of The 3MPL Doctorate School, Le
Mans, France, June 2015.

10

Poster plus Workshop: “Investigation of the [AtO(OH).]- hydrolysed species: Relativistic
calculations”, D.-C. Sergentu, J. Champion, A. Sabatié-Gogova, J.-Y. Le Questel, R. Maurice,
G. Montavon and N. Galland, SOSTRUP Summer School: Quantum Chemistry and Molecular,
Properties, Himmelbjergegnens Natur-og Idraetsefterskole, Denmark, 6—-18 July, 2014.

10

Poster: “Theoretical investigation of the AtO* hydrolysed species in ligand-exchange reactions
including solvation effects”, D.-C. Sergentu, J. Champion, A. Sabatié-Gogova, J.-Y. Le Questel,
R. Maurice, G. Montavon and N. Galland, Scientific Days of The 3MPL Doctorate School,
Nantes, France, June 2014.

10

Comunicare orala: “Revisiting the intersystem crossing in benzophenone”, D.-C. Sergentu, D.
Roca-Sanjuan, R. W. A. Havenith and R. Braam-Broer, 9" European Conference on
Computational Chemistry, Sopron, Hungary, 2-6 September 2013.

10

Workshop: “TCCM School on Molecular Excited States” held in ZCAM, Zaragoza, Spain, co-
organized by the Erasmus Mundus Master in Theoretical Chemistry and Computational
Modeling (TCCM), June 2012.

10

10.

Workshop: “TCCM School on Solid State Chemistry” held in ZCAM, Zaragoza, Spain, co-
organized by the Erasmus Mundus Master in Theoretical Chemistry and Computational
Modeling (TCCM), June 2012.

10
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Dr. Dumitru-Claudiu
Sergentu



