1)

CERM publications

2021

PDBe-KB consortium: Antonio Rosato, Valeria Putignano, et al. “PDBe-KB: collaboratively defining
the biological context of structural data”. Nucleic Acids Res. 2021 Nov 10:gkab988. doi:
10.1093/nar/gkab988. Epub ahead of print. (IF 16.971)

Z. Wang, S. Pisano, V. Ghini, P. Kadefavek, M. Zachrdla, P. Pelupessy, M. Kazmierczak, T.
Marquardsen, J.-M. Tyburn, G. Bouvignies, G. Parigi, C. Luchinat, F. Ferrage, “Detection of
metabolite-protein interactions in complex biological samples by high-resolution relaxometry:
towards interactomics by NMR”, J. Am. Chem. Soc. 2021, 143, 9393-9404, doi.org/10.1021/
jacs.1c01388 (IF 15.419)

Ravera E, Gigli L, Suturina EA, Calderone V, Fragai M, Parigi G, Luchinat C, A high-resolution view
of the coordination environment in a paramagnetic metalloprotein from its magnetic properties,
Angew.Chem.Int.Ed. 2021, 60, 14960-14966 doi: 10.1002/anie.202101149 (IF 15.336)

Francesconi O, Milanesi F, Nativi C, Roelens S. A Simple Biomimetic Receptor Selectively
Recognizing the GIcNAc2 Disaccharide in Water. Angew.Chem.int.Ed. 2021, 10; 60, 11168-11172.
doi: 10.1002/anie.202100560 (IF15.336)

Matteucci S, Camponeschi F, Clémancey M, Ciofi-Baffoni S, Blondin G, Banci L. In-cellulo
Mossbauer and EPR studies bring new evidences to the long-standing debate on the iron-sulfur
cluster binding in human anamorsin. Angew.Chem.Int.Ed. 2021, doi: 10.1002/anie.202102910.
(IF 15.336)

Rathner P, M Fahrner, L Cerofolini, H Grabmayr, F Horvath, H Krobath, A Gupta, E Ravera, M
Fragai, M Bechmann, T Renger, C Luchinat, C Romanin, and Miiller, Interhelical interactions within
the STIM1 CC1 domain modulate CRAC channel activation. Nature Chemical Biology 2021, 17,
196-204, doi.org/10.1038/s41589-020-00672-8 (IF 15.040)

Parigi G, E Ravera, M Fragai, C Luchinat Unveiling protein dynamics in solution with field-cycling
NMR relaxometry, Prog NMR spec, 2021, 124, 85-98, doi.org/10.1016/j.pnmrs.2021.05.001, (IF
9.765)

Leone G, Pepi S, Consumi M, Lamponi S, Fragai M, Martinucci M, Baldoneschi V, Francesconi O,
Nativi C, Magnani A. Sodium hyaluronate-g-2- ((N-(6-aminohexyl)-4-
methoxyphenyl)sulfonamido)-N-hydroxyacetamide with enhanced affinity towards MMP12
catalytic domain to be used as visco-supplement with increased degradation resistance.
Carbohydr Polym. 2021, 271, 118452. (IF 9.381)

Ghini V, Abuja PM, Polasek O, Kozera L, Laiho P, Anton G, Zins M, Klovins J, Metspalu A, Wichmann
HE, Gieger C, Luchinat C, Zatloukal K, Turano P. Metabolomic Fingerprints in Large Population
Cohorts: Impact of Preanalytical Heterogeneity. Clin Chem. 2021 67, 1153-1155. doi:
10.1093/clinchem/hvab092. (IF 8.327)



10) Rizzo D, Ravera E, Fragai M, Parigi G, Luchinat C. Origin of the MRI Contrast in Natural and
Hydrogel Formulation of Pineapple Juice, Bioinorganic Chemistry and Applications. 2021,
doi.org/10.1155/2021/6666018 (IF 7.778)

11) Meoni, G, F. Di Cesare, L. Tenori, A. M. Gori, R. Marcucci, B. Giusti, R. Molino-Lova, C. Macchi, S.
Pancani, C. Luchinat, E. Saccenti. Lipid and metabolite correlation networks specific to clinical and
biochemical covariate show differences associated with sexual dimorphism in a cohort of
nonagenarians. Geroscience. 2021. doi: 10.1007/s11357-021-00404-3. (IF 7.713)

12) Luchinat E, Barbieri L, Cremonini M, Pennestri M, Nocentini A, Supuran CT, Banci L. Determination
of intracellular protein-ligand binding affinity by competition binding in-cell NMR. Acta
Crystallogr D Struct Biol. 2021, 77, 1270-1281. doi: 10.1107/52059798321009037 (IF 7.652)

13) Russomanno P, Assoni G, Amato J, D'Amore VM, Scaglia R, Brancaccio D, Pedrini M, Polcaro G, La
Pietra V, Orlando P, Falzoni M, Cerofolini L, Giuntini S, Fragai M, Pagano B, Donati G, Novellino E,
Quintavalle C, Condorelli G, Sabbatino F, Seneci P, Arosio D, Pepe S, Marinelli L. Interfering with
the Tumor-Immune Interface: Making Way for Triazine-Based Small Molecules as Novel PD-L1
Inhibitors. J Med Chem. 2021, 64, 16020-16045. (IF 7.446)

14) Adiram-Filiba N; Ohaion E, Verner G, Schremer A, Nadav-Tsubery M, Lublin-Tennenbaum T,
Keinan-Adamsky K, Lucci M, Luchinat C, Ravera E, Goobes G. Structure and dynamics
perturbations in ubiquitin adsorbed or entrapped in silica materials are related to disparate
surface chemistries resolved by solid-state NMR spectroscopy, Biomacromolecules 2021,
doi.org/10.1021/acs.biomac.1c00495, (IF 6.988)

15) Rizzo D, Cerofolini L, Pérez-Rafols A, Giuntini S, Baroni F, Ravera E, Luchinat C, and Fragai M,
Evaluation of the Higher Order Structure of Biotherapeutics Embedded in Hydrogels for
Bioprinting and Drug Release, Anal. Chem. 2021, 93, 32, 11208-11214,
doi.org/10.1021/acs.analchem.1c01850 (IF 6.986)

16) Albuquerque-Gonzalez,B, Bernabé-Garcia M, Bernabé-Garcia A, Ruiz-Sanz J, Lopez-Calderon FF,
Gonnelli L, Banci L, P, Pefia-Garcia J, Luque I, Nicolas FJ, Cayuela-Fuentes ML, Luchinat E, Perez-
Sanchez H, Monto-Garcia S, Conesa-Zamora. The FDA-Approved Antiviral Raltegravir Inhibits
Fascinl-Dependent Invasion of Colorectal Tumor Cells In Vitro and In Vivo, Cancers, 2021, 13, 861;
doi.org/10.3390/cancers13040861 (IF 6.860)

17) Corona, G.; Di Gregorio, E.; Vignoli, A.; Muraro, E.; Steffan, A.; Miolo, G. 1H-NMR Plasma
Lipoproteins Profile Analysis Reveals Lipid Metabolism Alterations in HER2-Positive Breast Cancer
Patients. Cancers 2021, 13 (22), 5845. doi.org/10.3390/cancers13225845. (IF 6.860)

18) Di Donato S, Vignoli A; Biagioni, C.; Malorni, L.; Mori, E.; Tenori, L.; Calamai, V.; Parnofiello, A.; Di
Pierro, G.; Migliaccio, I.; Cantafio, S.; Baraghini, M.; Mottino, G.; Becheri, D.; Del Monte, F.; Miceli,
E.; McCartney, A.; Di Leo, A.; Luchinat, C.; Biganzoli, L. A Serum Metabolomics Classifier Derived
from Elderly Patients with Metastatic Colorectal Cancer Predicts Relapse in the Adjuvant Setting.
Cancers 2021, 13 (11), 2762. doi.org/10.3390/cancers1311276 (IF 6.860)

19) Meoni G, Ghini V, Maggi L, Vignoli A, Mazzoni A, Salvati L, Capone M, Vanni A, Tenori L, Fontanari
P, Lavorini F, Peris A, Bartoloni A, Liotta F, Cosmi L, Luchinat C, Annunziato F, Turano P.



Metabolomic/lipidomic profiling of COVID-19 and individual response to tocilizumab. PLoS
Pathog. 2021 17, doi: 10.1371/journal.ppat.1009243 e 1009243 (IF 6.823)

20) Romero AR, Lunev S, Popowicz GM, Calderone V, Gentili M, Sattler M, Plewka J, Taube M, Kozak
M, Holak TA, Domling ASS, Goves MR. A fragment-based approach identifies an allosteric pocket
that impacts malate dehydrogenase activity. Communications Biology, 4, 2021,
https://doi.org/10.1038/s42003-021-02442-1 (IF 6.268)

21) Grifagni D, Calderone V, Giuntini S, Cantini F, Fragai M, Banci L. SARS-CoV-2 Mpro inhibition by a
zinc ion: structural features and hints for drug design. Chem Commun (Camb). 2021 Aug
10;57(64):7910-7913. doi: 10.1039/d1cc02956h. (IF 6.222)

22) Di Cesare F, Luchinat C, Tenori L, Saccenti E. Age and sex dependent changes of free circulating
blood metabolite and lipid abundances, correlations and ratios. J Gerontol A Biol Sci Med Sci.
2021, 335. doi: 10.1093/gerona/glab335. (IF 6.053)

23) Cafaro, A, Barillari, G, Moretti, S, Palladino, C, Tripiciano, A; Falchi, M, Picconi, O, Cossut, MRP,
Campagna, M, Arancio, A, Sgadari, C, Andreini, C, Banci, L; Monini, P, Ensoli, B, HIV-1 Tat Protein
Enters Dysfunctional Endothelial Cells via Integrins and Renders Them Permissive to Virus
Replication, Int J Mol Sci. 2021, 22, 317, doi:10.3390/ijms22010317 (IF 5.932)

24) Bernacchioni C, Ghini V, Squecco R, Idrizaj E, Garella R, Puliti E, Cencetti F, Bruni P, Donati C. Role
of Sphingosine 1-Phosphate Signalling Axis in Muscle Atrophy Induced by TNFa in C2C12
Myotubes Int J Mol Sci. 2021, 22, 1280. doi: 10.3390/ijms22031280 (IF 5.932)

25) Saudino G, Suraci D, Nasta V, Ciofi-Baffoni S, Banci L. Molecular Basis of Multiple Mitochondrial
Dysfunctions Syndrome 2 Caused by CYS59TYR BOLA3 Mutation. Int J Mol Sci. 2021 May
3;22(9):4848. doi: 10.3390/ijms22094848 (IF 5.932)

26) Vignoli, A.; Risi, E.; McCartney, A.; Migliaccio, I.; Moretti, E.; Malorni, L.; Luchinat, C.; Biganzoli, L.;
Tenori, L. Precision Oncology via NMR-Based Metabolomics: A Review on Breast Cancer. UMS
2021, 22 (9), 4687. doi.org/10.3390/ijms22094687. (IF 5.924)

27) Nannini G, G, Meoni G, Tenori L, Ringressi MN, Taddei A, Niccolai E, Baldi S, E. Russo, C. Luchinat
C, Amedei A. Fecal metabolomics' profile: A comparative study from colorectal cancer vs
adenomatous polyps’ patients. World J Gastroenterol. 14, 2021; 27, 6430-6441 doi:
10.3748/wjg.v27.i38.6430 (IF 5.74)

28) Pirdg A, Cantini F, Nierzwicki £, Obuchowski |, Tomiczek B, Czub J, Liberek K. Two Bacterial Small
Heat Shock Proteins, IbpA and IbpB, Form a Functional Heterodimer. J Mol Biol. 2021 Jul
23;433(15):167054. doi: 10.1016/j.jmb.2021.167054. (IF 5.469)

29) Suraci D, Saudino G, Nasta V, Ciofi baffoni S, Banci L ISCA1 orchestrates ISCA2 and NFU1 in the
maturation of human mitochondrial [4Fe-4S] proteins, J Mol Biol, 2021
https://doi.org/10.1016/j.jmb.2021.166924, (IF 5.469)

30) Cacciatore S, Wium M, Licari C, Ajayi-Smith A, Masieri L, Anderson C, Salukazana AS, Kaestner L,
Carini M, Carbone GM, Catapano CV, Loda M, Libermann TA, Zerbini LF. Inflammatory metabolic



profile of South African patients with prostate cancer. Cancer Metab. 2021 Aug 3;9(1):29. doi:
10.1186/s40170-021-00265-6 (IF 5.469)

31) Meoni G, Tenori L, Luchinat C, Turano P, et al. A geroscience approach for Parkinson's disease:
Conceptual framework and design of PROPAG-AGEING project PROPAG-AGEING Consortium.
Mech Ageing Dev. 2021, 194:111426. doi: 10.1016/j.mad.2020.111426. (IF 5.432)

32) Isabella C.L. Felli, Roberta Pierattelli, Letizia Pontoriero, Marco Schiavina, et al.. Large-scale
recombinant production of the SARS-CoV-2 proteome for high-throughput and structural biology
applications, Front Mol Biosci, 2021, doi.org/10.3389/fmolb.2021.653148 (IF 5.246)

33) Bonucci, A.; Palomino-Schatzlein, M.; Malo de Molina, P.; Arbe, A.; Pierattelli, R.; Rizzuti, B.;
lovanna, J.L.; Neira, J.L. Crowding Effects on the Structure and Dynamics of the Intrinsically
Disordered Nuclear Chromatin Protein NUPR1. Front Mol Biosci 2021, 8, 684622 (IF 5.246)

34) Honorato RV, Koukos PI, Jiménez-Garcia B, Tsaregorodtsev A, Verlato M, Giachetti A, Rosato A,
Bonvin AMJJ. Structural Biology in the Clouds: The WeNMR-EOQSC Ecosystem. Front Mol Biosci.
2021, 8:729513. doi: 10.3389/fmolb.2021.729513. (IF 5.246)

35) Ciambellotti S, Pratesi A, Tassone G, Turano P, Mangani S, Pozzi C. Iron Binding in the Ferroxidase
Site of Human Mitochondrial Ferritin. Chem.Eur. J. 2021 27(59):14690-14701. doi:
10.1002/chem.202102270. (IF 5.236)

36) Francesconi O, Milanesi F, Nativi C, Roelens S. Molecular Recognition of Disaccharides in Water:
Preorganized Macrocyclic or Adaptive Acyclic? Chem.Eur. J. 2021 Jul 16;27(40):10456-10460. doi:
10.1002/chem.202101238. (IF 5.236)

37) Vilona D, Lelli M, Dumont E, LacGte E. Organo-Polyoxometalate-BasedHydrogen-BondCatalysis,
Chem.Eur. J. 2021, 27,17761- 17764 (IF 5.236)

38) Ravera E, Gigli L, Czarniecki B, Lang L, Kuemmerle R, Parigi G, Piccioli M, Neese F, Luchinat C. A
guantum chemistry view on two archetypical paramagnetic pentacoordinate nickel(ll) complexes
offers a fresh look on their NMR spectra, Inorg. Chem 2021, 60, 3, 2068-2075,
doi.org/10.1021/acs.inorgchem.0c03635, (IF 5.165)

39) M. Yon, S. Gineste, G. Parigi, Lonetti, B., L. Gibot, D. Talham, J.-D. Marty, C. Mingotaud, “Hybrid
Polymeric Nanostructures Stabilized by Zirconium and Gadolinium ions for Use as Magnetic
Resonance Imaging Contrast Agents”, ACS Applied Nano Materials (2021), 4, 4974-4982. (IF
5.097)

40) La Veglia V, Giachetti A, Cerofolini L, Fragai M, Ciulli A, Rosato A. Automated Determination of
Nuclear Magnetic Resonance Chemical Shift Perturbations in Ligand Screening Experiments: The
PICASSO Web Server. J Chem Inf Model doi.org/10.1021/acs.jcim.1c00871. (IF 4.956)

41) Sala D, Giachetti A, Rosato A. Insights into the Dynamics of the Human Zinc Transporter ZnT8 by
MD Simulations. J Chem Inf Model. 2021 22;61 901-912. doi: 10.1021/acs.jcim.0c01139. Epub
2021 Jan 28. (IF 4.956)



42) Fondi M, Gonzi S, Dziurzynski M, Turano P, Ghini V, Calvanese M, Colarusso A, Lauro C, Parrilli E,
Tutino ML. Modelling hCDKL5 Heterologous Expression in Bacteria. Metabolites. 2021 Jul
28;11(8):491. doi: 10.3390/metabo11080491. (IF 4.932)

43) Balder, Y.; Vignoli, A.; Tenori, L.; Luchinat, C.; Saccenti, E. Exploration of Blood Lipoprotein and
Lipid Fraction Profiles in Healthy Subjects through Integrated Univariate, Multivariate, and
Network Analysis Reveals Association of Lipase Activity and Cholesterol Esterification with Sex and
Age. Metabolites. 2021, 11 (5), 326. doi.org/10.3390/metabo11050326 (IF 4.932)

44) Gigli L, Ravera E, Calderone V, Luchinat C, On the mechanism of bioinspired formation of inorganic
oxides: structural evidence of the electrostatic nature of the interaction between a mononuclear
inorganic precursor and lysozyme, Biomolecules, 2021, 11, 43, doi.org/10.3390/biom11010043
(IF 4.879)

45) Salladini, E.; Gondelaud, F.; Nilsson, J.F.; Pesce, G.; Bignon, C.; Murrali, M.G.; Fabre, R.; Pierattelli,
R.; Kajava, A.V.; Horvat, B.; Gerlier, D.; Mathieu, C.; Longhi, S. Identification of a Region in the
Common Amino-terminal Domain of Hendra Virus P, V, and W Proteins Responsible for Phase
Transition and Amyloid Formation, Biomolecules, 2021, 11, 1324. (IF 4.879)

46) Forgione RE, Di Carluccio C, Milanesi F, Kubota M, Fabregat Nieto F, Molinaro A, Hashiguchi T,
Francesconi O, Marchetti R, Silipo A. Characterization of Natural and Synthetic Sialoglycans
Targeting the Hemagglutinin-Neuraminidase of Mumps Virus. Front Chem. 2021, 9, 711346. doi:
10.3389/fchem.2021.711346. eCollection (IF 4.62)

47) Vignoli, A., Tenori, L., Luchinat, C., Saccenti, E. Differential Network Analysis Reveals Molecular
Determinants Associated with Blood Pressure and Heart Rate in Healthy Subjects J.Proteom Res,
2021, 20, 1040-1051. doi: 10.1021/acs.jproteome.0c00882 (IF 4.466)

48) Licari C, Tenori L, Giusti B, Sticchi E, Kura A, De Cario R, Inzitari D, Piccardi B, Nesi M, Sarti C, Arba
F, Palumbo V, Nencini P, Marcucci R, Gori AM, Luchinat C, Saccenti E. Analysis of Metabolite and
Lipid Association Networks Reveals Molecular Mechanisms Associated with 3-Month Mortality
and Poor Functional Outcomes in Patients with Acute Ischemic Stroke after Thrombolytic
Treatment with Recombinant Tissue Plasminogen Activator. J Proteome Res. 2021 20, 4758-4770.
doi: 10.1021/acs.jproteome.1c00406. (IF 4.466)

49) Daniele S, La Pietra V, Piccarducci R, Pietrobono D, Cavallini C, D'Amore VM, Cerofolini L, Giuntini
S, Russomanno P, Puxeddu M, Nalli M, Pedrini M, Fragai M, Luchinat C, Novellino E, Taliani S, La
Regina G, Silvestri R, Martini C, Marinelli L. CXCR4 antagonism sensitizes cancer cells to novel
indole-based MDM2/4 inhibitors in glioblastoma multiforme. Eur J Pharmacol. 2021, 897,
173936. (IF 4.432)

50) Massai L, Ciambellotti S, Cosottini L, Messori L, Turano P, Pratesi A. Direct detection of iron
clusters in L ferritins through ESI-MS experiments. Dalton Trans. 2021 Nov 23;50(45):16464-
16467. doi: 10.1039/d1dt03106f. (IF 4.39)

51) Ghini V, Senzacqua T, Massai L, Gamberi T, Messori L, Turano P. NMR reveals the metabolic
changes induced by auranofin in A2780 cancer cells: evidence for glutathione dysregulation.
Dalton Trans. 2021 50, 6349-6355. doi: 10.1039/d1dt00750e. (IF 4.39)



52) Bendinelli B, Vignoli A, Palli D, Assedi M, Ambrogetti D, Luchinat C, Caini S, Saieva C, Turano P,
Masala G. Prediagnostic circulating metabolites in female breast cancer cases with low and high
mammographic breast density. Sci Rep. 2021; 11, 13025. doi: 10.1038/s41598-021-92508-1 (IF
4.379)

53) Bobbo T, Meoni G, Niero G, Tenori L, Luchinat C, Cassandro M, Penasa M. Nuclear magnetic
resonance spectroscopy to investigate the association between milk metabolites and udder
quarter health status in dairy cows. J Dairy Sci. 2021 Oct 13:50022-0302(21)00964-4. doi:
10.3168/jds.2021-20906. (IF 4.354)

54) G. Baima, M. Corana, G. laderosa, F. Romano, G. Meoni, L. Tenori, M. Aimetti. Metabolomics of
gingival crevicular fluid to identify biomarkers for periodontitis: a systematic review with meta-
analysis. J Periodontal Res. 2021 56, 633-645. doi: 10.1111/jre.12872. (IF 4.241)

55) Michael A. Hope MA, Bjorgvinsdottir S, Halat DM, Menzildjian G, Wang Z, Zhang B, MacManus-
Driscoll J, Lesage A, Lelli M, Emsley L, Grey CP. Endogenous 170 Dynamic Nuclear Polarization of

Gd-Doped CeO2 from 100 to 370 K, J. Phys. Chem. C 2021, 125, 18799 — 18809 (IF 4.126)

56) Licciardi G, Rizzo D, Ravera E, Fragai M, Parigi G, Luchinat C. Not only manganese, but fruit
component effects dictate the efficiency of fruit juice as an oral magnetic resonance imaging
contrast agent. NMR Biomed. 2021, e4623. doi: 10.1002/nbm.4623. (IF 4.044)

57) Bellomo G, Paciotti S, Gatticchi L, Rizzo D, Paoletti FP, Fragai M, Parnetti L. Seed amplification
assays for diagnosing synucleinopathies: the issue of influencing factors. Front Biosci 2021, 26,
1075-1088 (IF 4.009)

58) Torricella F, Bonucci A, Polykretis P, Cencetti F, Banci L. Rapid protein delivery to living cells for
biomolecular investigation. Biochem Biophys Res Commun. 2021, 570, 82-88. doi:
10.1016/j.bbrc.2021.07.006. (IF 3.575)

59) .Polykretis P, Luchinat E., Biophysical characterization of the interaction between the full-length
XIAP and Smac/DIABLO. Biochem Biophys Res Commun. 2021, 568, 180-185. doi:
10.1016/j.bbrc.2021.06.077 (IF 3.575)

60) Trindade 1B, Hernandez G, Lebegue E, Barriere F, Cordeiro T, Piccioli M, Louro RO. Conjuring up a
ghost: structural and functional characterization of FhuF, a ferric siderophore reductase from E.
coli. J Biol Inorg Chem. 2021 26, 313-326. doi: 10.1007/s00775-021-01854-y. (IF 3.358).

61) Selegato DM, Bracco C, Giannelli C, Parigi G, Luchinat, Sgheri L, Ravera E. Comparison of Different
Reweighting Approaches for the Calculation of Conformational Variability of Macromolecules
from Molecular Simulations. ChemPhysChem, 2021, 22, 127-138,
doi.org/10.1002/cphc.202000714 (IF 3.102)

62) Menzildjian G, Lund A, Yulikov M, Gajan D, Niccoli L, Karthikeyan G, Casano G, Jeschke G, Ouari O,
Lelli M, Lesage A. Efficient Dynamic Nuclear Polarization up to 230 K with Hybrid BDPA-Nitroxide
Radicals at a High Magnetic Field. J Phys Chem B. 2021; 125, 13329-13338. doi:
10.1021/acs.jpcb.1c07307. (IF 2.991)



63) Luchinat E, BarbieriL, Cremonini M, Banci L. Protein in-cell NMR spectroscopy at 1.2 GHz. J Biomol
NMR. 2021 75(2-3):97-107, doi: 10.1007/s10858-021-00358-w (IF 2.835)

64) Vignoli, A.; Mori, E.; Di Donato, S.; Malorni, L.; Biagioni, C.; Benelli, M.; Calamai, V.; Cantafio, S.;
Parnofiello, A.; Baraghini, M.; Garzi, A.; Monte, F. D.; Romagnoli, D.; Migliaccio, I.; Luchinat, C.;
Tenori, L.; Biganzoli, L. Exploring Serum NMR-Based Metabolomic Fingerprint of Colorectal Cancer
Patients: Effects of Surgery and Possible Associations with Cancer Relapse. Applied Sciences 2021,
11, 11120. doi.org/10.3390/app112311120. (IF 2.679)

65) G. Meoni, C. Luchinat, E. Gotti, A. Cadena and L. Tenori. Phenotyping Green and Roasted Beans of
Nicaraguan Coffea Arabica Varieties Processed with Different Post-Harvest Practices. Applied
Sciences 1 24 doi10.3390/app112411779 (IF 2.679)

66) Prusty NR, Camponeschi F, Ciofi Baffoni S, Banci L. The human YAE1-ORAOV1 complex of the
cytosolic iron-sulfur protein assembly machinery binds a [4Fe-4S] cluster, InorgChim Acta, 2021,
518, 1, doi.org/10.1016/j.ica.2021.120252 (IF 2.545)

67) Tsopra R, Fernandez X, Luchinat C, Alberghina L, Lehrach H, Vanoni M, Dreher F, Sezerman OU,
Cuggia M, de Tayrac M, Miklasevics E, Itu LM, Geanta M, Ogilvie L, Godey F, Boldisor CN, Campillo-
Gimenez B, Cioroboiu C, Ciusdel CF, Coman S, Hijano Cubelos O, Itu A, Lange B, Le Gallo M,
Lespagnol A, Mauri G, Soykam HO, Rance B, Turano P, Tenori L, Vignoli A, Wierling C, Benhabiles
N, Burgun A. A framework for validating Al in precision medicine: considerations from the
European ITFoC consortium. BMC Med Inform Decis Mak. 2021 274. doi: 10.1186/s12911-021-
01634-3. (IF 2.317)

68) Gigli L.; Di Grande S.; Ravera E; Parigi G; Luchinat C; NMR for Single lon Magnets
Magnetochemistry 2021, 7, 96, doi.org/10.3390/magnetochemistry7070096 (IF 2.193)

69) Cantini F, Gianni' P, Savarin P, Bizzarri AR, Sette M. Solution structure of the anticancer p28
peptide in biomimetic medium. J Pept Sci. 2021 27, e3357. doi: 10.1002/psc.3357 (IF 1.905)

70) Ravera E, L Cerofolini, M Fragai, G Parigi, C Luchinat, Characterization of lanthanoid-binding
proteins using NMR spectroscopy. Methods in Enzymology 2021, 651, 103-137,
doi.org/10.1016/bs.mie.2021.01.039 (IF1.600)

71) Wienk, H., Banci, L., Daenke, S., Pereiro, E., Schwalbe, H., Stuart, D. I., Weiss, M. S., Perrakis, A.
iNEXT-Discovery and Instruct-ERIC: Integrating High-End Services for Translational Research in
Structural Biology. J. Vis. Exp.177, e63435, 2021, (IF 1.163)

72) Barbieri L, Luchinat E. Monitoring Protein-Ligand Interactions in Human Cells by Real-Time
Quantitative In-Cell NMR using a High Cell Density Bioreactor. J Vis Exp. 2021 169. doi:
10.3791/62323. (IF 1.163)

73) Schiavina M, Pontoriero L, Uversky, Felli IC, Pierattelli R. The highly flexible disordered regions of
the SARS-CoV-2 nucleocapsid N protein within the 1-248 residue construct: sequence-specific
resonance assignments through NMR. Biomol NMR Assign, 2021, doi.org/10.1007/s12104-021-
10009-8 (IF 0.746)



74) Gallo A, Tsika AC, Fourkiotis NK, Cantini F, Banci L, Sreeramulu S, Schwalbe H, Spyroulias GA *H,*3C
and N chemical shift assignments of the SUD domains of SARS-CoV-2 non-structural protein 3c:
"The SUD-M and SUD-C domains”, Biomol NMR Assign. 2021, 1, 165-171. doi: 10.1007/s12104-
020-10000-9 (IF 0.746)

75) Bellomo G, Ravera E, Calderone V, Botta M, Fragai M, Parigi G, Luchinat C. Revisiting
paramagnetic relaxation enhancements in slowly rotating systems: how long is the long range?
Magn. Reson., 2021, 2, 25-31, doi.org/10.5194/mr-2-25-2021

76) Camponeschi F., Gallo A, Piccioli M, Banci L. The long-standing relationship between Paramagnetic
NMR and Iron-Sulfur proteins: the mitoNEET example. An old method for new stories or the other
way around? Magn Reson. 2021, 2, 203-221, doi: 10.5194/mr-2021-2

77) Felli, 1.C.; Bermel, W.; Pierattelli, R. Exclusively heteronuclear NMR experiments for the
investigation of intrinsically disordered proteins: focusing on proline residues. Magn. Reson.
2021, 2,511-522

78) Ravera E, Phase distortion-free pNMR spectra, J.Magn.Res Open, 2021, 100022,
doi.org/10.1016/j.jmro.2021.100022

79) Di Carluccio C, Forgione RE, Bosso A, Yokoyama S, Manabe Y, Pizzo E, Molinaro A, Fukase K, Marco
M, Bensing BA, Roberta Marchetti R, Silipo A. Molecular recognition of sialoglycans by
streptococcal Siglec-like adhesins: toward the shape of specific inhibitors. RCS Chemical Biology.
2021, 2,1618-1630

80) Duranti C, Lastraioli E, lorio J, Capitani C, Carraresi L, Gonnelli L, Arcangeli A. Expression and
purification of a novel single-chain diabody (scDb-hERG1/B1) from Pichia pastoris transformants.
Protein Expr Purif. 2021 Aug;184:105879. doi: 10.1016/j.pep.2021.105879.



