(1) Avram, S.; Wilson, T. B.; Curpan, R.; Halip, L.; Borota, A.; Bora, A.; Bologa, C. G.; Holmes,
J.; Knockel, J.; Yang, J. J.; Oprea, T. I. DrugCentral 2023 Extends Human Clinical Data and
Integrates Veterinary Drugs. Nucleic Acids Res. 2023, 51 (D1), D1276-D1287.
https://doi.org/10.1093/nar/gkac1085.

(2) Muntean, S. G.; Halip, L.; Nistor, M. A_; Pacurariu, C. Removal of Metal lons via Adsorption
Using Carbon Magnetic Nanocomposites: Optimization through Response Surface
Methodology, Kinetic and Thermodynamic Studies. Magnetochemistry 2023, 9 (7), 163.
https://doi.org/10.3390/magnetochemistry9070163.

(3) Halip, L.; Avram, S.; Curpan, R.; Borota, A.; Bora, A.; Bologa, C.; Oprea, T. |. Exploring
DrugCentral: From Molecular Structures to Clinical Effects. J. Comput. Aided Mol. Des.
2023. https://doi.org/10.1007/s10822-023-00529-X.

(4) Muntean, S. G.; Halip, L.; Nistor, M. A.; Pacurariu, C. Efficient Separation and Removal of
Dyes from Single and Multiple Systems by Magnetic/silver/carbon Nanocomposite:
Mechanism and Mathematical Modeling. Sustainable Chemistry and Pharmacy 2022, 29,
100802. https://doi.org/10.1016/j.scp.2022.100802.

(5) Nistor, M.A.; Halip, L.; Muntean, S.G.; Kurunczi, L; Costisor, L. Modeling and Optimization
of Acid Orange 7 Adsorption Process Using Magnetite/Carbon Nanocomposite. Sustainable
Chemistry and Pharmacy 2022, 29, 100778, https://doi.org.10.1016/j.scp.2022.100778

(6) Lascu, A.; Epuran, C.; Fratilescu, I.; Birdeanu, M.; Halip, L.; Fagadar-Cosma, E. Porphyrin
Hetero-Trimer Involving a Hydrophilic and a Hydrophobic Structure with Application in the
Fluorescent Detection of Toluidine Blue. Chemosensors 2022, 10 (11), 481.
https://doi.org/10.3390/chemosensors10110481.

(7) Avram, S.; Bologa, C. G.; Holmes, J.; Bocci, G.; Wilson, T. B.; Nguyen, D.-T.; Curpan, R.;
Halip, L.; Bora, A.; Yang, J. J.; Knockel, J.; Sirimulla, S.; Ursu, O.; Oprea, T. |. DrugCentral
2021 Supports Drug Discovery and Repositioning. Nucleic Acids Res. 2021, 49 (D1),
D1160-D1169. https://doi.org/10.1093/nar/gkaa997.

(8) Halip, L.; Avram, S.; Neanu, C. The B-Factor Index for the Binding Site (BFIbs) to Prioritize
Crystal Protein Structures for Docking. Struct. Chem. 2021, 32 (4), 1693-1699.
https://doi.org/10.1007/s11224-021-01751-9.

(9) Sumalan, R. L.; Halip, L.; Maffei, M. E.; Croitor, L.; Siminel, A. V.; Radulov, I.; Sumalan, R.
M.; Crisan, M. E. Bioprospecting Fluorescent Plant Growth Regulators from Arabidopsis to
Vegetable Crops. Int. J. Mol. Sci. 2021, 22 (6). https://doi.org/10.3390/ijms22062797.

(10) Avram, S.; Curpan, R.; Halip, L.; Bora, A.; Oprea, T. |. Off-Patent Drug Repositioning. J.
Chem. Inf. Model. 2020, 60 (12), 5746-5753. https://doi.org/10.1021/acs.jcim.0c00826.

(11) Avram, S.; Bora, A.; Halip, L.; Curpan, R. Modeling Kinase Inhibition Using Highly
Confident Data Sets. J. Chem. Inf. Model. 2018, 58 (5), 957-967.
https://doi.org/10.1021/acs.jcim.7b00729.

(12) Avram, S.; Curpan, R.; Bora, A.; Neanu, C.; Halip, L. Enhancing Molecular Promiscuity
Evaluation Through Assay Profiles. Pharm. Res. 2018, 35 (11), 240.
https://doi.org/10.1007/s11095-018-2523-1.

(13) Crisan, M.; Halip, L.; Bourosh, P.; Chicu, S. A.; Chumakov, Y. Synthesis, Structure and
Toxicity Evaluation of Ethanolamine Nitro/chloronitrobenzoates: A Combined Experimental
and Theoretical Study. Chem. Cent. J. 2017, 11 (1), 129. https://doi.org/10.1186/s13065-
017-0346-5.

(14) Muntean, S. G.; Szabadai, Z.; Halip, L. Investigation of Aggregation Behavior Using
Computational Methods and Absorption Spectra for Trisazo Direct Dyes. Struct. Chem.
2016, 27 (4), 1049-1059. https://doi.org/10.1007/s11224-015-0705-6.

(15) Curpan, R. F.; Halip, L.; Borota, A.; Mracec, M.; Mracec, M. Modeling of Dexmedetomidine
Conformers and Their Interactions with alpha2 Adrenergic Receptor Subtypes. Struct.
Chem. 2016, 27 (3), 871-881. https://doi.org/10.1007/s11224-015-0645-1.


http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://paperpile.com/b/fkpela/j4Sn
http://dx.doi.org/10.1093/nar/gkac1085
http://dx.doi.org/10.1093/nar/gkac1085
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://paperpile.com/b/fkpela/GxWx
http://dx.doi.org/10.3390/magnetochemistry9070163
http://dx.doi.org/10.3390/magnetochemistry9070163
http://paperpile.com/b/fkpela/2pwV
http://paperpile.com/b/fkpela/2pwV
http://paperpile.com/b/fkpela/2pwV
http://paperpile.com/b/fkpela/2pwV
http://paperpile.com/b/fkpela/2pwV
http://paperpile.com/b/fkpela/2pwV
http://dx.doi.org/10.1007/s10822-023-00529-x
http://dx.doi.org/10.1007/s10822-023-00529-x
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://dx.doi.org/10.1016/j.scp.2022.100802
http://dx.doi.org/10.1016/j.scp.2022.100802
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/NtwC
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://paperpile.com/b/fkpela/fc8P
http://dx.doi.org/10.3390/chemosensors10110481
http://dx.doi.org/10.3390/chemosensors10110481
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://paperpile.com/b/fkpela/vUL1
http://dx.doi.org/10.1093/nar/gkaa997
http://dx.doi.org/10.1093/nar/gkaa997
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/8OhM
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/D96T
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://paperpile.com/b/fkpela/Kphf
http://dx.doi.org/10.1021/acs.jcim.0c00826
http://dx.doi.org/10.1021/acs.jcim.0c00826
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/GR76
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/dVC8
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://paperpile.com/b/fkpela/kxfw
http://dx.doi.org/10.1186/s13065-017-0346-5
http://dx.doi.org/10.1186/s13065-017-0346-5
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://paperpile.com/b/fkpela/bVdq
http://dx.doi.org/10.1007/s11224-015-0705-6
http://dx.doi.org/10.1007/s11224-015-0705-6
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4
http://paperpile.com/b/fkpela/mSr4

(16) Chigaev, A.; Smagley, Y.; Haynes, M. K.; Ursu, O.; Bologa, C. G.; Halip, L.; Oprea, T.;
Waller, A.; Carter, M. B.; Zhang, Y.; Wang, W.; Buranda, T.; Sklar, L. A. FRET Detection of
Lymphocyte Function—associated Antigen-1 Conformational Extension. MBoC 2015, 26 (1),
43-54. https://doi.org/10.1091/mbc.e14-06-1050.

(17) Ostopovici-Halip, L.; Curpan, R.; Mracec, M.; Bologa, C. G. Structural Determinants of the
alpha2 Adrenoceptor Subtype Selectivity. J. Mol. Graph. Model. 2011, 29 (8), 1030-1038.
https://doi.org/10.1016/j.jmgm.2011.04.011.

(18) Borota, A.; Mracec, M.; Gruia, A.; Rad-Curpan, R.; Ostopovici-Halip, L.; Mracec, M. A
QSAR Study Using MTD Method and Dragon Descriptors for a Series of Selective Ligands
of a2C Adrenoceptor. Eur. J. Med. Chem. 2011, 46 (3), 877-884.
https://doi.org/10.1016/j.ejmech.2010.12.026.

(19) Slack JP, Brockhoff A, Batram C, Menzel S, Sonnabend C, Born S, Galindo MM, Kohl S,
Thalmann S, Ostopovici-Halip L, Simons CT, Ungureanu |, Duineveld K, Bologa CG,
Behrens M, Furrer S, Oprea TI, Meyerhof W. Modulation of Bitter Taste Perception by a
Small Molecule hTAS2R Antagonist. Curr. Biol. 2010, 20 (12), 1104-11009.
https://doi.org/10.1016/j.cub.2010.04.043.

(20) Oprea, T. I.; 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. 2009, 5 (7), 441-447. https://doi.org/10.1038/nchembio0709-441.

(21) Chigaev, 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. 2009, 284 (21), 14337-14346.
https://doi.org/10.1074/jbc.M901178200.

(22) Njus, B. H.; Chigaev, A.; Waller, A.; Wlodek, D.; Ostopovici-Halip, L.; Ursu, O.; Wang, W.;
Oprea, T. I.; Bologa, C. G.; Sklar, L. A. Conformational mAb as a Tool for Integrin Ligand
Discovery. Assay Drug Dev. Technol. 2009, 7 (5), 507-515.
https://doi.org/10.1089/adt.2009.0203.

(23) Oprea, T. I.; Allu, T. K.; Fara, D. C.; Rad, R. F.; Ostopovici, L.; Bologa, C. G. Lead-Like,
Drug-like or “Pub-like”: How Different Are They? J. Comput. Aided Mol. Des. 2007, 21 (1-3),
113-119. https://doi.org/10.1007/s10822-007-9105-3.

(24) Ostopovici, L.; Mracec, M.; Mracec, M.; Borota, A. Exploring the Binding Site of the
Human Muscarinic M3 Receptor: Homology Modeling and Docking Study. Int. J. Quantum
Chem. 2007, 107 (8), 1794-1802. https://doi.org/10.1002/qua.21290.

(25) Kufareva, |.; Katritch, V.; Stevens, R. C.; Abagyan, R.; Biggin, P.; Kim, M.; Park, K.; Jung,
S. W.; Cho, A. E.; Sands, Z. A.; Pitt, W. R.; Shi, J. Y.; Ostopovici-Halip, L.; Bologa, C. G.;
Norn, C.; Brylinski, M.; Skolnick, J.; Keranen, H.; Lenselink, B. E.; van Westen, G.;
Overington, J. P.; de Teran, H. G.; Isberg, V.; Fidom, K. M.; Lehto, T. M.; Gloriam, D. E.;
Ghosh, A.; Sonavane, U.; Joshi, R.; Xia, J.; Hsieh, J. H.; Zhang, L. R.; Wang, X. S.; Vogel,
H.; Yuan, S. G.; Feng, X.; Chen, M.; Ambia, J.; Barth, P.; Gageat, C.; Stepniewski, M.;
Xhaard, H.; Kelm, S.; Pitt, W. R.; Sands, Z. A.; Shi, J. Y.; Larsen, A.; Li, H.; Wagner, J.;
Bhattacharya, S.; Vaidehi, N.; Kanou, K.; Cvicek, V.; Kim, S. K.; Trzaskowski, B.; Goddard,
W. A.; Abrol, R.; Selvam, B.; Tikhonova, I. G.; Cuzzolin, A.; Sabbadin, D.; Ciancetta, A.;
Moro, S.; Freyd, T.; Gabrielsen, M.; Kristiansen, K.; Sylte, |.; Gaffney, K. J.; Petasis, N. A.;
Latek, D.; Bajda, M.; Mlynarczyk, K.; Filipek, S.; Lopez, L.; Kuiper, M.; Beuming, T.; Perez-
Aguilar, J. M.; Wang, R. Y. R.; Park, H.; Greisen, P.; Song, Y. F.; DiMaio, F.; Baker, D.;
Shin, W. H.; Heo, L.; Lee, G. R.; Seok, C.; Yang, J. Y.; Zhang, Y.; Ponassi, M.; Rosano, C.;
Cheremovskiy, G.; Grudinin, S.; Chaudhari, R.; Heim, A. J.; Li, Z. J.; Lv, Q.; Grigorov, M.
G.; Hu, X; Sun, H. M.; Shen, M.; Southall, N.; Jadhav, A.; Rodriguez, D.; Ranganathan, A.;
Carlsson, J.; Najmanovich, R.; Durdagi, S.; de March, C.; Diharce, J.; Golebiowski, J.;
Antonczak, S.; Fiorucci, S.; Nguyen, E.; Meiler, J.; Gutcaits, A.; Marti-Solano, M.; Pastor,


http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://paperpile.com/b/fkpela/JCfp
http://dx.doi.org/10.1091/mbc.e14-06-1050
http://dx.doi.org/10.1091/mbc.e14-06-1050
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/bpGM
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://paperpile.com/b/fkpela/IJla
http://dx.doi.org/10.1016/j.ejmech.2010.12.026
http://dx.doi.org/10.1016/j.ejmech.2010.12.026
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/VM9b
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://paperpile.com/b/fkpela/Riyt
http://dx.doi.org/10.1038/nchembio0709-441
http://dx.doi.org/10.1038/nchembio0709-441
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://paperpile.com/b/fkpela/i4nv
http://dx.doi.org/10.1074/jbc.M901178200
http://dx.doi.org/10.1074/jbc.M901178200
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://paperpile.com/b/fkpela/hbj4
http://dx.doi.org/10.1089/adt.2009.0203
http://dx.doi.org/10.1089/adt.2009.0203
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/KBVP
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/4LOZ
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd

M.; Selent, J. Advances in GPCR Modeling Evaluated by the GPCR Dock 2013
Assessment: Meeting New Challenges. Structure 2014, 22 (8), 1120-1139.
https://doi.org/10.1016/j.str.2014.06.012.

(26) Kufareva, I.; Rueda, M.; Katritch, V.; Stevens, R. C.; Abagyan, R.; GPCR Dock 2010
participants. Status of GPCR Modeling and Docking as Reflected by Community-Wide
GPCR Dock 2010 Assessment. Structure 2011, 19 (8), 1108-1126.
https://doi.org/10.1016/j.str.2011.05.012.

(27) Michino, M.; Abola, E.; GPCR Dock 2008 participants; Brooks, C. L., 3rd; Dixon, J. S.;
Moult, J.; Stevens, R. C. Community-Wide Assessment of GPCR Structure Modelling and
Ligand Docking: GPCR Dock 2008. Nat. Rev. Drug Discov. 2009, 8 (6), 455-463.
https://doi.org/10.1038/nrd2877.

(28) Avram, S.; Halip, L.; Curpan, R.; Oprea, T. |. Novel Drug Targets in 2022. Nat. Rev. Drug
Discov. 2023. https://doi.org/10.1038/d41573-023-00068-y.

(29) Avram, S.; Halip, L.; Curpan, R.; Oprea, T. |. Novel Drug Targets in 2021. Nat. Rev. Drug
Discov. 2022, 21 (5), 328. https://doi.org/10.1038/d41573-022-00057-7.

(30) Avram, S.; Halip, L.; Curpan, R.; Oprea, T. |. Novel Drug Targets in 2020. Nat. Rev. Drug
Discov. 2021, 20 (5), 333. https://doi.org/10.1038/d41573-021-00057-z.

(31) Avram, S.; Halip, L.; Curpan, R.; Oprea, T. |. Novel Drug Targets in 2019. Nat. Rev. Drug
Discov. 2020, 19 (5), 300. https://doi.org/10.1038/d41573-020-00052-w.

(32) Borota, A.; Avram, S.; Curpan, R.; Bora, A.; Varga, D.; Halip, L.; Crisan, L. In Silico Studies
on Smoothened Human Receptor and Its Antagonists in Search of Anticancer Effects. J.
Serb. Chem. Soc. 2020, 85 (3), 335-346. https://doi.org/10.2298/jsc190403085b.

(33) Bora, A.; Avram, S.; Funar-Timofei, S.; Halip, L. Computational Electronic Profile of the
Insecticide Imidacloprid and Analogues. Revue Roumaine de Chimie 2018, 63 (9), 861—
867.

(34) Bora, A.; Avram, S.; Borota, A.; Curpan, R.; Halip, L. Theoretical Study of Some 7,8-
Dyhydroxyflavone Analogues as Tropomyosin-Related Kinase B Agonists. Revue
Roumaine de Chimie 2018, 63 (5-6), 527-533.

(35) Curpan, R.; Avram, S.; Bora, A.; Halip, L.; Bologa, C. Chemical Reactivity in Biological
Promiscuous Compounds. Revue Roumaine de Chimie 2018, 63 (7-8), 749-757.

(36) Bologa, C. G.; Ursu, O.; Halip, L.; Curpan, R.; Oprea, T. |l. Chemical And Biological
Descriptor Integration Improves Computational Modeling Of In Vivo Rat Toxicity. Rev.
Roum. Chim. 2015, 60 (2-3), 219-226.

(37) Bora, A.; Avram, S.; Crisan, L.; Halip, L.; Curpan, R.; Pacureanu, L.; Ciucanu, |.
Theoretical Investigations of Quercetin and Its Analogues as Anticancer Agents. Rev.
Roum. Chim. 2015, 60 (2-3), 175-181.

(38) Halip, L.; Curpan, R.; Borota, A.; Bora, A. Insight the Binding Site of Human Melatonin
MTR1a Receptor. Revue Roumaine de Chimie 2015, 60 (2-3), 213-218.

(39) Curpan, R.; Avram, S.; Halip, L.; Bologa, C. Biological Promiscuity of HTS Hits Evaluated
via Chemical Reactivity Descriptors. Revue Roumaine de Chimie 2015, 60 (2-3), 205-211.

(40) Ostopovici-Halip, L.; Rad-Curpan, R. Modeling of Ligand Binding to Dopamine D2
Receptor. J. Serb. Chem. Soc. 2014, 79 (2), 175-183.
https://doi.org/10.2298/jsc1302080460.

(41) Gruia, A.; Curpan, R.; Borota, A.; Halip, L.; Mracec, M.; Mracec, M. Phenyl and Imidazole
Ring Rotation in Neutral and Protonated Dexmedetomidine. Revue Roumaine de Chimie
2014, 59 (6-7), 605-612.

(42) Ostopovici-Halip, L. Template Structure Selection for Comparative Modeling of Orphan G-
Protein Coupled Receptors. Revue Roumaine de Chimie 2014, 59 (3-4), 193-199.

(43) Ostopovici-Halip, L. Approaches to G-Protein Coupled Receptors Deorphanization: The
GPR32 Case Study. Revue Roumaine de Chimie 2014, 59 (3-4), 201-205.

(44) Halip, L.; Gruia, A. T.; Borota, A.; Mracec, M.; Curpan, R. F.; Mracec, M. 3D Homology


http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/gwsd
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://paperpile.com/b/fkpela/NWqi
http://dx.doi.org/10.1016/j.str.2011.05.012
http://dx.doi.org/10.1016/j.str.2011.05.012
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://paperpile.com/b/fkpela/2bIx
http://dx.doi.org/10.1038/nrd2877
http://dx.doi.org/10.1038/nrd2877
http://paperpile.com/b/fkpela/Jvcl
http://paperpile.com/b/fkpela/Jvcl
http://paperpile.com/b/fkpela/Jvcl
http://paperpile.com/b/fkpela/Jvcl
http://paperpile.com/b/fkpela/Jvcl
http://paperpile.com/b/fkpela/Jvcl
http://dx.doi.org/10.1038/d41573-023-00068-y
http://dx.doi.org/10.1038/d41573-023-00068-y
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://paperpile.com/b/fkpela/M5ES
http://dx.doi.org/10.1038/d41573-022-00057-7
http://dx.doi.org/10.1038/d41573-022-00057-7
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://paperpile.com/b/fkpela/Yiw2
http://dx.doi.org/10.1038/d41573-021-00057-z
http://dx.doi.org/10.1038/d41573-021-00057-z
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://paperpile.com/b/fkpela/FAdw
http://dx.doi.org/10.1038/d41573-020-00052-w
http://dx.doi.org/10.1038/d41573-020-00052-w
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/xbBx
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/3bRG
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/bdI8
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/BM84
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/MWku
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/4IqH
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/ZWfg
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/HUXb
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/KXOf
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/TlJ6
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/z7Mt
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/65f1
http://paperpile.com/b/fkpela/qPcD

Model of the alpha2C-Adrenergic Receptor Subtype. Revue Roumaine de Chimie 2012, 57
(7-8), 763-768.

(45) Ostopovici-Halip, L.; Borota, A.; Gruia, A.; Mracec, M.; Rad Curpan, R.; Mracec, M. 3D
Homology Model of the alpha2B-Adrenergic Receptor Subtype. Revue Roumaine de
Chimie 2010, 55 (5), 343-348.

(46) Mracec, M.; Gruia, A.; Borota, A.; Curpan, R.; Halip, L.; Mracec, M. Conformational
Analysis of Dexmedetomidine. Rev. Chim. 2009, 60 (5), 488—490.

(47) Ostopovici Halip, L.; Borota, A.; Mracec, M.; Curpan, R.; Gruia, A.; Mracec, M. 3D
Homology Model of the alpha2A Adrenergic Receptor Subtype. Revue Roumaine de
Chimie 2009, 54 (2), 157-161.

(48) Mracec, M.; Borota, A.; Ramona, R. A. D.; Ostopovici, L.; Mracec, M. Conformational
Analysis for a Series of Imidazole Ligands Acting as Antagonists on the Histamine H3
Receptor. Revue Roumaine de Chimie 2007, 52 (1-2), 201-206.

(49) Mracec, M.; Ramona, R. A. D.; Ostopovici, L.; Borota, A.; Mracec, M. Conformational
Analysis with Semiempirical Methods for a Quinoxaline Urea Derivative, Active on
Benzodiazepine Receptor. Revue Roumaine de Chimie 2007, 52 (1-2), 195-200.

(50) Ostopovici, L.; Rad, R.; Mracec, M. The Building, Refining and Validation of 3D Structure
of the Muscarinic M3 Receptor Obtained by Homology Modeling. Revista de Chimie 2007,
58 (3), 273-275.

(51) Ostopovici, L.; Rad, R.; Borota, A.; Mracec, M.; Mracec, M. Conformational Analysis with
AMBER and AM1 Methods of a Partial agonist,(R)-2-[(4-Phenyl-Butylamino)-Methyl]
Chroman-7-0l Active on the Dopaminic D2 Receptor. Rev. Roum. Chim. 2007, 52 (8-9),
837 — 844.

(52) Mracec, M.; Borota, A.; Ramona, R. A. D.; Ostopovici, L.; Mracec, M. QSAR Analysis of a
Series of Non-Imidazolic Derivatives Acting on the Histamine H3 Receptor. Revue
Roumaine de Chimie 2007, 52 (8-9), 829-835.

(53) Fagadar-Cosma, E.; Rotaru, D. The Study of the Chemical Properties of the Alkyl and
Aryldichlorophosphines. I. New Heterocyclic Compounds of Phosphorus (V)-Synthesis
and .... Revista de Chimie 2002, 53 (7), 504-507.


http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/qPcD
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/Rq6c
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/jFV3
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/CvRF
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/ymF7
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/rHgx
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/gJxK
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/dE3b
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/KIOE
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F
http://paperpile.com/b/fkpela/2c9F

