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Quelques chiffres

DR1 depuis 4 ans
1lére demande de promotion DR1-DRCEL1
> 190 publications dont 35 depuis 2009
17 thésards/post-docs/stagiaires encadrés ou eaherscse traduisant par 38 publications

49 étudiants formés a distance aux méthodes SDPD
(Structure Determination by Powder Diffractometry)

147 publications dans le Web of Science

3680 citations, actuellement > 250 par an (Weboir®e)
(respectivement 4400 et 350 sur Google Scholar)

1330 citations pour l'article le plus cité (WebSafience)
(1600 sur Google Scholar)

h-index = 28 (Web of Science)
(29 sur Google Scholar)

38 conférences invitées
Une dizaine de logiciels pour la cristallographie
~300.000 fichiers CIF dans COD (Crystallography ©patabase)
> 1.000.000 fichiers CIF dans PCOD et P2D2 (Predi€&owder Diffraction Database)

64 ans



Curriculum -Vitee

Age: 64 ans le 16 juin 2014
Diplémes : Doctorat de 3éme Cycle (1976, Rennes), Doctotatad(1985, Le Mans).
Carriere hors CNRS :1977-1981, Maitre-Assistant a I'Université d'ORAMNgeérie).

Carriere au CNRS : Octobre 1981, Attaché de Recherche ; Octobre 10B3, ; Octobre 1990,
DR2 ; Octobre 2010, DR1.

Hébergé par : Université du Maine, UMR 6283, Institut des Mallxs et des Matériaux du
Mans (IMMM), Département des Oxydes et Fluoruresimirotations CNRS antérieures et
successives : ERA 609, UA 449, URA 449, ESA 6010RJ6010. Precédemment : "Laboratoire
des Oxydes et Fluorures ;" anciennement "Laboeatdes Fluorures ;" plus anciennement :
"Laboratoire des Fluorures et Oxyfluorures ioniques

Mobilité thématique : Le nombre de publications concernant le théme retigué. Certains
textes (190 publications traditionnelles dénombr@esivent combiner plusieurs de ces themes.

1976-2005 Réseaux imparfaits (taille, distorsion) 20
1976-2014 Programmation FORTRAN

1981-2003 Verres fluorés, amorphes

1981-2015 Cristallochimie de fluorures !
1981-1988 EXAFS 10
1987-2015 Détermination de structate initio sur poudre 50
1988-2015 Cristallochimie des oxydes

1988-2015 Problémes de maclage

1989-2015 Grandes mailles, superstructures

1997-2015 Reverse Monte Carlo, recuit simulé 2
2003-2015 Prédiction de structures inorganiques 8

2003-2015 Bases de données COD/TCOD/PCOD/P2D2

Conférences invitées 38

Principales activités d’enseignement

- Créateur du Dipldome d'Université (D.U.) «StrueWetermination by Powder Diffractometry»,
en EAD (Enseignement a Distance = ancétre des MQQ@we cinquantaine d’étudiants de
niveau PhD, post-doc ou professionnel inscrits danpériode 1999-2006. La formation est
actuellement en acces libre (http://sdpd.univ-lesriatdu-sdpd/).

- Enseignement de cristallographie (diffraction meudres) au niveau Master 2 recherche -
certaines années.

Encadrement ou co-encadrement 17 thésard(e)s, post-docs ou stagiaires, seisauypar 38
publications co-signées.
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- The devil's advocate :Asking for a DRCE promotion at 64 ? Please tellabsut your numerous
awards as a smart scientist, any Nobel or sometigggwhich could shorten the discussion and plaae
inside of the very limited list of DRCEs ? Leadéracuper-big lab ? Prestigious medals ?

- The candidate :Well, it is up to you, the examiners, to decids;ading to the following evidences. |
am proud to show these two plaques in simili gotanf conferences in Egypt (2000 and 2004) and also
these four first pages issues in the powder diffsagournal mounted on wood plaques :

CRYSTALLOGRAPHY :
AMORPHOUS OF NANO CRYSTALLINE MATERIALS
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- The devil's advocate ‘Are you kidding ? The impact factor of the Powbdfraction journal is ~0.5 !

- The candidate :No kidding at all ! Trying to find more evidencesexceptionnality, first of all, | have

to point out that my name is visible everywherdha recent books about my main discipline, powder
diffraction. For instance in that book of which tbentent is summarized by a maze shown nowadays by
all serious conferencers speaking about that tdpiensity extraction by either the Pawley or tleeRail
method is an unavoidable step in the SDPD pro&ssdture Determination by Powder Diffractometry).
Enter into the maze and find my name :

Chemical Information [ESPOIR]
Chemical Information
8
o g ff u :—g Direct Methods
SHEILENEN = From the book Structure
SHENZ2UEY 3 Fatterson Methods Determination from Powder
=7 = [ = . . '
S sHE]: s Mgk iy lefrqctlon Datd', 2002, Oxford.
= e University Press, page 4. Added in red
s & Structure are the names of niySPOIRand
i reatmen  » .
of Overlap TN omglation McMgllle computer programs,
L L | respectively for structure solution in
Le Bail 28 Rietveld Refinement direct space and indexing showing that
S E : | have produced some software not
Pawley =S5 Data Collection . " . T
. . only in the "Intensity Extraction" step.
Space Group determination Neutron
E (=1
(=]
Indexing [McMaille] = g Synchrotron
33
'—> Sample Laboratory

- The Devil's advocate :Well, seriously, “powder diffraction” is nothingubexceptionnal, if you were
Debye, but you are only Le Bail, you know, even Dahiel Louér.

- The candidate :Sure, | know. You should at least give a lookhet &xceptionnal results that people
(including Daniel Louér) obtained using my toolsabgorithms, this is really something. Do you think
that > 1300 citations for one paper are nothinghi® paper is the ever most cited one in thikatérial
Research Bulletifi This is really exceptionnal and deserves theesponding class.

- The Devil's advotate :Sorry but this is not convincing at all.

- The candidate :Note also that if | am exceptionnal, | should hbeen recognized as such already by
other exceptionnal people. How to prove that ?tAeeresearchers using my algorithms all exceptiohna
Well, many are certainly more exceptionnal than see, the well known names of authors citing me (so
having found some value in my published work) imsohighly cited papers below. My own h index is
currently 28, but there are H = 86 papers listddvwecited at least 86 times which are citing merti
~3000 in the Web of Science), not too bad if nategtionnal. And don't forget that the annual praidunc

in number of crystal structures from powder diffrac data is 200 times smaller than from singlestaly
data, so the number of citations should be rescaled is typically a "niche."

No Reference Times

cited

1 SIR97: a new tool for crystal structure determiotand refinement, Altomare, A; Burla, MC; Camaili, et al., JOURNAL OF 6976
APPLIED CRYSTALLOGRAPHY 32 (1999) 115-119.

2 RECENT ADVANCES IN MAGNETIC-STRUCTURE DETERMINATIONBY NEUTRON POWDER DIFFRACTION, 4665

RODRIGUEZCARVAJAL, J, PHYSICA B 192 (1993) 55-69.

3  ARietveld-analysis program RIETAN-98 and its apations to zeolites, Izumi, F; Ikeda, T, MATERIAISCIENCE FORUM Volume: 1235
321-3 (2000) 198-203.

4  Charge, orbital, and magnetic ordering in La0.568M03, Radaelli, PG; Cox, DE; Marezio, M; et aHjYSICAL REVIEW B 55 706
(1997) 3015-3023.

5 Rietveld refinement guidelines, McCusker, LB; VoreBle, RB; Cox, DE; et al., JOURNAL OF APPLIED CRVE LOGRAPHY 32 607

(1999) 36-50.
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Powder pattern indexing with the dichotomy metHaultif, A; Louer, D, JOURNAL OF APPLIED CRYSTALLORAPHY 37 (2004)
724-731.

FOX, 'free objects for crystallography': a modwpproach to ab initio structure determination frooavder diffraction, Favre-Nicolin, V;
Cerny, R, JOURNAL OF APPLIED CRYSTALLOGRAPHY 35 @®) 734-743.

Microporous solids: From organically templated gnemic skeletons to hybrid frameworks ... ecumernisohemistry, Ferey, G,
CHEMISTRY OF MATERIALS 13 (2001) 3084-3098.

Phenomenological model of anisotropic peak broadgim powder diffraction, Stephens, PW, JOURNAL 8&FPLIED
CRYSTALLOGRAPHY 32 (1999) 281-289.

The structure of malaria pigment beta-haematinpRa; Stephens, PW; Bohle, DS; et al., NATURE} &0D00) 307-310.

EXPO: a program for full powder pattern decompositind crystal structure solution, Altomare, A; BUMC; Camalli, M; et al.,
JOURNAL OF APPLIED CRYSTALLOGRAPHY 32 (1999) 3393.

Negative thermal expansion in ZrwW208 and HfW208&its; JSO; Mary, TA; Vogt, T; et al., CHEMISTRY OFAVERIALS 8 (1996)
2809-2823.

STRUCTURAL AND ELECTROCHEMICAL PROPERTIES OF THE PRON GAMMA-MNO2 SYSTEM, CHABRE, Y;
PANNETIER, J, PROGRESS IN SOLID STATE CHEMISTRY @®95) 1-130.

Crystallite size distribution and dislocation stiwre determined by diffraction profile analysisinmiples and practical application to
cubic and hexagonal crystals, Ungar, T; GubiczRjbarik, G; et al., JOURNAL OF APPLIED CRYSTALLOG¥RHY 34 (2001) 298-
310.

Aufbau principle of complex open-framework struetsiof metal phosphates with different dimensiosljitRao, CNR; Natarajan, S;
Choudhury, A; et al., ACCOUNTS OF CHEMICAL RESEARCS# (2001) 80-87.

Building units design and scale chemistry, FereyJ @JRNAL OF SOLID STATE CHEMISTRY 152 (2000) 334

Quantitative texture analysis by Rietveld refinem&tonDreele, RB, JOURNAL OF APPLIED CRYSTALLOGRARH30 (1997) 517-
525.

EXTRA: A program for extracting structure factor glitudes from powder diffraction data, Altomare, Byrla, MC; Cascarano, G; et al.,
JOURNAL OF APPLIED CRYSTALLOGRAPHY 28 (1995) 8428

Compressibility, phase transitions, and oxygen atign in zirconium tungstate, Zrw208, Evans, JSO; B Jorgensen, JD; et al.,
SCIENCE 275 (1997) 61-65.

Powder diffraction, Langford, JI; Louer, D, REPORDSI PROGRESS IN PHYSICS 59 (1996) 131-234.

Colossal magnetoresistance without Mn3+/Mn4+ doekthange in the stoichiometric pyrochlore TI2Mn2S8idbramanian, MA; Toby,
BH; Ramirez, AP; et al., SCIENCE 273 (1996) 81-84.

Estimating grain-size distributions in nanocrystallmaterials from X-ray diffraction profile analysKrill, CE; Birringer, R,
PHILOSOPHICAL MAGAZINE A-PHYSICS OF CONDENSED MATTE STRUCTURE DEFECTS AND MECHANICAL
PROPERTIES 77 (1998) 621-640.

CRYSTAL-STRUCTURES OF HIGH-TC OXIDES - THE YEARS 8B AND 1988, YVON, K; FRANCOIS, M, ZEITSCHRIFT FUR
PHYSIK B-CONDENSED MATTER 76 (1989) 413-444.

The (hkl) dependence of diffraction-line broadentagised by strain and size for all Laue groupsi@tveld refinement, Popa, NC,
JOURNAL OF APPLIED CRYSTALLOGRAPHY 31 (1998) 17&Q.

OXOVANADIUM AND OXOMOLYBDENUM CLUSTERS AND SOLIDS NCORPORATING OXYGEN-DONOR LIGANDS, KHAN,
MI; ZUBIETA, J, PROGRESS IN INORGANIC CHEMISTRY, 43995) 1-149.

Combined texture and structure analysis of deforlimeelstone from time-of-flight neutron diffracti@pectra, Lutterotti, L; Matthies, S;
Wenk, HR; et al. JOURNAL OF APPLIED PHYSICS 81 979 594-600.

The effect of dislocation contrast on X-ray lin@files in untextured polycrystals, Ungar, T; Ticl®, PHYSICA STATUS SOLIDI A-
APPLICATIONS AND MATERIALS SCIENCE 171 (1999) 424634.

Microporous titanosilicates and other novel mixethbedral-tetrahedral framework oxides , Rochandierson, MW, EUROPEAN
JOURNAL OF INORGANIC CHEMISTRY Issue: 5 (2000) 8818.

Effect of a crystallite size distribution on X-rdiffraction line profiles and whole-powder-pattditting , Langford, JI; Louer, D; Scardi,
P, JOURNAL OF APPLIED CRYSTALLOGRAPHY 33 (2000)4874.

Hydrogen physisorption in metal-organic porous talgs Panella, B; Hirscher, M, ADVANCED MATERIAL37 (2005) 538-+.
PowderSolve - a complete package for crystal stractolution from powder diffraction patterns, En@kE; Wilke, S; Konig, O; et al.,
JOURNAL OF APPLIED CRYSTALLOGRAPHY 32 (1999) 1169-79.

Structural chemistry of vanadium oxides with opemfeworks, Zavalij, PY; Whittingham, MS, ACTA CRYSILOGRAPHICA
SECTION B-STRUCTURAL SCIENCE 55 (1999) 627-663.

Magnetic excitations in the S=1/2 alternating chmmpound (VO)(2)P207, Garrett, AW; Nagler, SE; ffamt, DA; et al., PHYSICAL
REVIEW LETTERS 79 (1997) 745-748.

Fityk: a general-purpose peak fitting program, Wojdarcin, JOURNAL OF APPLIED CRYSTALLOGRAPHY 4@010) 1126-1128.
Crystal structure prediction from first principl&¥oodley, Scott M.; Catlow, Richard, NATURE MATERLS 7 (2008) 937-946.
Crystal structure determination from powder diffrac data, Harris, KDM; Tremayne, M, CHEMISTRY OFAVIERIALS 8 (1996)
2554-2570.

STRUCTURE OF THE LOWEST TEMPERATURE PHASE OF THELIHDBENZENE HEXAFLUOROBENZENE ADDUCT,
WILLIAMS, JH; COCKCROFT, JK; FITCH, AN, ANGEWANDTECHEMIE-INTERNATIONAL EDITION IN ENGLISH 31 (1992)
1655-1657.

Solid-state transformations of zinc 1,4-benzenetimaylates mediated by hydrogen-bond-forming mdieguEdgar, M; Mitchell, R;
Slawin, AMZ; et al., CHEMISTRY-A EUROPEAN JOURNAL (2001) 5168-5175.

Size-dependent extinction coefficients of PbS quiandiots, Cademartiri, Ludovico; Montanari, Erical€stani, Gianluca; et al.,
JOURNAL OF THE AMERICAN CHEMICAL SOCIETY 128 (2006.0337-10346.

HEAVY-METAL FLUORIDE GLASSES AND FIBERS - A REVIEWTRAN, DC; SIGEL, GH; BENDOW, B, JOURNAL OF
LIGHTWAVE TECHNOLOGY 2 (1984) 566-586.

Synthesis of MIL-102, a chromium carboxylate metajanic framework, with gas sorption analysis, 8rBuzy; Millange, Franck;
Serre, Christian; et al. JOURNAL OF THE AMERICAN EMICAL SOCIETY 128 (2006) 14889-14896.

Crystal chemistry and luminescence of Ce3+-dopeCdMg2)-Ca-2(Si, Ge)(3)O-12 and its use in LED Hdgghting, Setlur, AA;
Heward, WJ; Gao, Y; et al., CHEMISTRY OF MATERIALS$8 (2006) 3314-3322.

Superionics: crystal structures and conductiongsses, Hull, S, REPORTS ON PROGRESS IN PHYSIC$2604) 1233-1314.
Spin-1/2 kagome-like lattice in Volborthite Cu3V2@H)(2)center dot 2H20, Hiroi, Z; Hanawa, M; Kobaka N; et al., JOURNAL OF
THE PHYSICAL SOCIETY OF JAPAN 70 (2001) 3377-3384.

ALMEPO-ALPHA - A NOVEL OPEN-FRAMEWORK ALUMINUM METHYLPHOSPHONATE WITH ORGANO-LINED
UNIDIMENSIONAL CHANNELS, MAEDA, K; AKIMOTO, J; KIYOZUM], Y; et al., ANGEWANDTE CHEMIE-INTERNATIONAL
EDITION IN ENGLISH 34 (1995)1199-1201.
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Automatic structure determination from powder daitéa EXPO2004, Altomare, A; Caliandro, R; Camalfi; et al., JOURNAL OF
APPLIED CRYSTALLOGRAPHY 37 (2004) 1025-1028.

SOLID-STATE DEFECT MECHANISM IN VANADYL PYROPHOSPHRFE CATALYSTS - IMPLICATIONS FOR SELECTIVE
OXIDATION, GAl, PL; KOURTAKIS, K, SCIENCE 267 (195) 661-663.

VANADIUM PHOSPHATE FRAMEWORK SOLID CONSTRUCTED OF@TAHEDRA, SQUARE PYRAMIDS, AND
TETRAHEDRA WITH A CAVITY DIAMETER OF 18.4 ANGSTROMSOGHOMONIAN, V; CHEN, Q; HAUSHALTER, RC; et al.,
ANGEWANDTE CHEMIE-INTERNATIONAL EDITION IN ENGLISH 32 (1993) 610-612.

Transformations of molecules and secondary buildinigs to materials: A bottom-up approach, MurudaRke Walawalkar, MG; Dan, M;
et al., ACCOUNTS OF CHEMICAL RESEARCH 37 (2004)37®74.

In situ X-ray diffraction and solid-state NMR studfythe fluorination of gamma-Al203 with HCF2ClI h@pas, PJ; Ciraolo, MF; Hanson,
JC; et al., JOURNAL OF THE AMERICAN CHEMICAL SOCIHT 123 (2001) 1694-1702.

Structural studies of charge disproportionation aragjnetic order in CaFeO3, Woodward, PM; Cox, DiBshbpoulou, E; et al.,
PHYSICAL REVIEW B 62 (2000) 844-855.

Combined method for ab initio structure solutioonfrpowder diffraction data, Putz, H; Schon, JCséanM, JOURNAL OF APPLIED
CRYSTALLOGRAPHY 32 (1999) 864-870.

X-Cell: a novel indexing algorithm for routine tasknd difficult cases, Neumann, MA, JOURNAL OF AFHD CRYSTALLOGRAPHY
36 (2003) 356-365.

PROFILE ANALYSIS FOR MICROCRYSTALLINE PROPERTIES BYHE FOURIER AND OTHER METHODS, LANGFORD, JI;
DELHEZ, R; DEKEIJSER, TH; et al., AUSTRALIAN JOURNAOF PHYSICS 41 (1988) 173-187.

Synthetic Architectures of TiO2/H2Ti5011 center H%0,ZnO/H2Ti5011 center dot H20,ZnO/TiO2/H2Ti50denter dot H20, and
ZnOITiO2 nanocomposites, Yang, HG; Zeng, HC, JOURNYx THE AMERICAN CHEMICAL SOCIETY 127 (2005) 27278.
Pressure effects on the structural and electramipgsties of ABX(4) scintillating crystals, Erranta, Daniel; Javier Manjon, Francisco,
PROGRESS IN MATERIALS SCIENCE 53 (2008) 711-773.

High-pressure bulk synthesis of crystalline C6N3i¢8ter dot HCI: A novel C3N4 graphitic derivativéang, ZH; Leinenweber, K;
Bauer, M; et al., JOURNAL OF THE AMERICAN CHEMICASOCIETY 123 (2001) 7788-7796.

NEUTRON-DIFFRACTION STUDY OF THE STRUCTURAL AND MARETIC-PROPERTIES OF THE R2FE17HX(DX) TERNARY
COMPOUNDS (R=CE, ND AND HO), ISNARD, O; MIRAGLIA,;SSOUBEYROUX, JL; et al., JOURNAL OF THE LESS-COMMO
METALS 162 (1990) 273-284.

Nanochannels of two distinct cross-sections inray® Al-based coordination polymer , Comotti, Adigia; Bracco, Silvia; Sozzani,
Piero; et al., JOURNAL OF THE AMERICAN CHEMICAL SOETY 130 (2008) 13664-13672.

Li2.5V2(P0O4)(3): A room-temperature analogue tofd®-ion conducting high-temperature gamma-ph&&eév2(P0O4)(3) , Yin, SC;
Strobel, PS; Grondey, H; et al., CHEMISTRY OF MATIBRS 16 (2004) 1456-1465.

Quantitative analysis of silicate glass in ceramaterials by the Rietveld method, Lutterotti, L;cCato, R; Dal Maschio, R; et al.,
MATERIALS SCIENCE FORUM Volume: 278-2 (1998) 82-9

Single C-C bond in (C-60)(2)(2-) , Oszlanyi, G; BrG; Faigel, G; et al., PHYSICAL REVIEW B 54996) 11849-11852.
PHASE-TRANSITIONS IN KC60 - DIMER FORMATION VIA RABD QUENCHING, ZHU, Q; COX, DE; FISCHER, JE, PHYSICA
REVIEW B 51 (1995) 3966-3969.

EXPO2009: structure solution by powder data inadieend reciprocal space, Altomare, Angela; Camidliércedes; Cuocci, Corrado; et
al., JOURNAL OF APPLIED CRYSTALLOGRAPHY 42 (2002)197-1202.

Organically-templated metal sulfates, selenitesselenates, Rao, CNR; Behera, JN; Dan, M, CHEMIGRCIETY REVIEWS 35
(2006) 375-387.

POTENTIAL OF THE INEL X-RAY POSITION-SENSITIVE DETETOR - A GENERAL STUDY OF THE DEBYE-SCHERRER
SETTING, EVAIN, M; DENIARD, P; JOUANNEAUX, A; etla JOURNAL OF APPLIED CRYSTALLOGRAPHY 26 (1993) 3669.
How to determine structures when single crystatsotbe grown: opportunities for structure detestion of molecular materials using
powder diffraction data, Harris, KDM; Cheung, EY{IEMICAL SOCIETY REVIEWS 33 (2004) 526-538.
(C2H10N2)[Cr(HPO3)F-3]: The first organically terapgd fluorochromium(lll) phosphite, Fernandez, %sis, JL; Pizarro, JL; et al.,
ANGEWANDTE CHEMIE-INTERNATIONAL EDITION 41 (20028683-3685.

Spin dynamics and transport in gapped one-dimeaktdeisenberg antiferromagnets at nonzero tempestDamle, K; Sachdev, S,
PHYSICAL REVIEW B 57 (1998) 8307-8339.

RMCProfile: reverse Monte Carlo for polycrystallimaterials, Tucker, Matthew G.; Keen, David A.; Bpiartin T.; et al., JOURNAL
OF PHYSICS-CONDENSED MATTER 19, Issue: 33 (200%}icle Number: 335218.

SYNTHESIS AND STRUCTURE OF A NEW FAMILY OF CUPRATEUPERCONDUCTORS - LNSR2CU2GAO7, VAUGHEY, JT;
THIEL, JP; HASTY, EF; et al., CHEMISTRY OF MATERIAL. 3 (1991) 935-940.

Determination of B-site ordering and structurahtformations in the mixed transition metal peroteskLa2CoMnO6 and La2NiMnO6,
Bull, CL; Gleeson, D; Knight, KS, JOURNAL OF PHYSIGCONDENSED MATTER 15 (2003) 4927-4936.

Synthesis and structure of a layered titanosilicatalyst with five-coordinate titanium, RobertsAMsankar, G; Thomas, JM; et al.,
NATURE 381 (1996) 401-404.

Complex zeolite structure solved by combining pawdiffraction and electron microscopy, Gramm, FabBaerlocher, Christian;
McCusker, Lynne B.; et al., NATURE 444 (2006) 7B-8

An approach to the synthesis of organically tengalatpen-framework metal sulfates by the amine-wutfaute, Choudhury, A;
Krishnamoorthy, J; Rao, CNR, CHEMICAL COMMUNICATICIN24 (2001) 2610-2611.

High-pressure iron sulfur compound, Fe3S2, andimtefelations in the Fe-FeS system, Fei, YW; Ber@&l; Finger, LW, SCIENCE
275 (1997) 1621-1623.

Characterization of the products of the heme détation pathway in malarial late trophozoites byag diffraction, Bohle, DS;
Dinnebier, RE; Madsen, SK; et al., JOURNAL OF BIGEICAL CHEMISTRY 272 (1997) 713-716.

Metal complexes of organophosphate esters and foper@work metal phosphates: Synthesis, structtaestormations, and applications,
Murugavel, R.; Choudhury, Amitava; Walawalkar, M; & al., CHEMICAL REVIEWS 108 (2008) 3549-3655.

Two new three-dimensional vanadium(lil) and irof(lhosphites templated by ethylenediamine: (C2HAQN5)[M(HPO3)(2)](center
dot) ab initio structure determination, spectroscopnd magnetic properties, Fernandez, S; Mes&idarro, JL; et al., CHEMISTRY
OF MATERIALS 14 (2002) 2300-2307.

THE CRYSTAL-STRUCTURE OF RESR2GACU207, ROTH, G; ADANN, P; HEGER, G; et al., JOURNAL DE PHYSIQUE1
(1991) 721-741.

Transformations of low-dimensional zinc phosphé&tesomplex open-framework structures. Part 1: zineensional to one-, two- and
three-dimensional structures, Ayi, AA; Choudhury,Matarajan, S; et al., JOURNAL OF MATERIALS CHEMIRY 11 (2001) 1181-
1191.
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82 SOLID-STATE LITHIUM CYANOCOBALTATES WITH A HIGH-CAPACITY FOR REVERSIBLE DIOXYGEN BINDING - 92
SYNTHESIS, REACTIVITY, AND STRUCTURES, RAMPRASAD, ;IPEZ, GP; TOBY, BH; et al., JOURNAL OF THE AMERIGA
CHEMICAL SOCIETY 117 (1995) 10694-10701.

83  High-pressure structural study of the scheelitgstates CaWO4 and SrWwO4, Errandonea, D; Pellicee®al; Manjon, FJ; et al., 91
PHYSICAL REVIEW B 72 (2005) article number: 17410

84 Nanosize effects on hydrogen storage in palladivamauchi, Miho; Ikeda, Ryuichi; Kitagawa, Hiroskt;al., JOURNAL OF 86
PHYSICAL CHEMISTRY C 112 (2008) 3294-3299.

85 Electronic structure and energetics of LaNi5, athhaNi10H and beta-La2Ni10H14, Nakamura, H; Ngujeanh, D; Pettifor, DG, 86
JOURNAL OF ALLOYS AND COMPOUNDS 281 (1998) 81-91.

86 A general Monte Carlo approach to structure safutiom powder-diffraction data: Application to p@hylene 86

oxide)(3):LiN(SO2CF3)(2), Andreev, YG; Lightfoot; Bruce, PG, JOURNAL OF APPLIED CRYSTALLOGRAPHY 30997) 294-305.

Other proofs (of my excellence) are some pictufam® at congress all over the world. For instamig t
one (I am on the left) with William L. Duax (IUCrgsident) (on the right) in Morocco, 2004 (nicedoo

anyway) :

With Carmelo Giacovazzo in Egypt (2004). Waiting &m airplane at Cairo, | remember discussing with
him about ambition. He declared he always had dinget to build his own team, refusing to work on
ideas coming from other brains than his own. | esegfthat | explained him to have limited drastically
own ambitions since 1995 when | understood thagpite of any of my efforts, it would never be pbks

to build my own team at Le Mans. At least, workergmy own ideas was also possible, fortunately.




With Ray Young (yes, the famous editor dhé Rietveld meth8dook) (right) and Prof. Lin Shao Fan
(left) navigating on the Dian lake at the southiKahming in China (1999) after a workshop :

With Lachlan Cranswick visiting France in 1999. Were quite good, both of us, at organizing thedhre
SDPD-RR (Structure Determination by Powder Diffoasetry Round Robin) in 1998, 2002 and 2008 :

b N

1

i

T Rw
e

Picture of me (2nd from the right) becoming alregdite excellent, with Gérard Férey (CNRS 2010 Gold
medal), Le Mans, 1987. Gérard Férey has producegktaon the place of crystallography in his own
scientific work. In this text, one can find :ll (Daniel Louér)a formé des éléves a cette méme rigueur.
Leurs noms, a leur tour, deviennent incontournabldkathalie Audebrand, Nathalie Guillou et surtout
Armel Le Bail (la méthode de Le Bail) dont j'ailauchance de bénéficier des bienfaits lorsqu’ilegoint
notre laboratoire du Mans.Ahem... Please note that | joined Le Mans in 1881working on fluoride
glasses. Thel'e Bail methotwas established much later, in 1987, and puldishel988. | left Rennes
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ten years earlier, after a 3rd cycle thesis (D.dradirector) in 1976, and at that time, no Rietviglaf

any powder pattern had been realized in that toawa very few all over the world. The DICVOL
software was not able yet to index monoclinic aditric cells from powder patterns. To my knowledge
the extension of DICVOL to monoclinic cells was psibed in 1982, and to triclinic cells even much
later. Anyway, | owe many thanks to Daniel LouéfFHanks also to Yvon Laligant, Charles Jacoboni,
Annie Hémon, Jean-Louis Fourquet, Huguette Durogra@ Férey, Pedro Amoros, Dominique Bazin,
Karim Adil (...) for all these fascinating problemadhich they expected to be solved. Thanks to Anne-
Marie Mercier for 33 years of continuous help oa tbchnical and chemistry sides. See all these :ilame
and many more (sorry for not giving them all hexe)xo-authors in the publication list, pages 45-57.

? | [T

-

-

- Devil's advocate : | see... It was la vie de chatedu! Something else that would be seriously
exceptionnal in your career, apart from having be®apshoted with a few famous guys ?

- The candidate :Am | not famous myself ? See more pictures from~49 conferences. For instance,
Prague, ECM-18, 1998, with Bill David, Kenneth Skland, Kenneth D.M. Harris, Rainer Rudert, Bob
von Dreele, Lubomir Smrcok (etc) surely you recagrthat some of them are really famous :

12



Durban, South Africa, ECM-21, 2003, with Robin $r Juan Rodriguez-Carvajal, Vincent Favre-
Nicolin, Lachlan Cranswick, (etc) :

Florence, Italy, 2005, speaking about crystal stmgcprediction with the GRINSP software :

- Devil's advocate :Famous, maybe, perhaps insufficiently, known Iss lthan 2000 researchers, not
enough. And since you became DR1 in 2010, havelpme some exceptionnal new sparks ? | notice that
you sent 15 scientific reports before to obtairt R1 promotion, one report each year during 15s/ea
nice example of perseverance, but you stayed 2@ gsaa DR2, which is not a very good point !

13



- The candidate :Well, | have more pictures... Anyway, | think thmeing able to convince you would be
more than exceptionnal. As sparks, let me showtlgeudrawings of all the crystal structures | solgd
using powder diffraction methodologies, in the pastd recently (1987-2015). Each of them was a
performance, some requiring months if not yeargftdrts. First some interesting fluorides refustog
grow in large-enough single crystals (thermal dgoosition or transition products, etc) - remember we

were the "Laboratory of Fluorides". After all, 20i4the International Year of Crystallography, sog :
(numbers under brackets refer to the list of paitian pages 45-57)

K2(HsO,) (Al 2Fg) obtained from a spontaneous  t-AlF3[81] crystallizingfrom amorphous Alg;

decomposition of K(KO),AlFg in a drawer [78] appearing scarcely stsliof M compounds !
é@d 3F12.2H20 [166] &AI 3F12-H2O [166]
NaAlg [165] structure solved dozens of -BaAlF5[62]

years after it was supposed tstexi
14



-BaAlFs [62] g-BaAlFs [62]

kFeFs form 111 [186] KFeF; form IV [186]

-(NH4)2FeFs [50] -(NHg)2FeFs [50]

15



KZrFs - form V [192]

KZrFs - form VII [192]

ETbFs [39]

PbiFeF (0.25 x 0.27) (~PbFeR)
[177]

KZrFs - form VI [192]

sEiowas waiting since 1981 [182]

-NaCaAlR;[109]

NaPbEe& [52]one of my first SDPDs,
théeree first refused to believe it

16



-BagAlFg with 29 independent atoms [88] BaGaf2H,0 [104]

CgAlFs : 20 years efforts [189] G\l .9 [189]
-CsAIF, [77] g-CsAIF, [77]
N£rsF14 [131] -BayZrFg [107]

17



q-KAIF 4
from the thermolysis of {Hs0,)(AlFg),solved after 20 years efforts [163]

The candidate: A few hybrids containing fluorine ions, that wesolved from powder diffraction data
too :

Di-mu-fluoro-bis[aqua-(dimethyl sulfoxide) [N&()s.(TiFg)] [179]
-trifluorozirconium(IV)] - GH16Fs04S,2Zr, [172] e(1= ethylene diamine)

Layered hybrid fluoroaluminate,8:,AlsF17Ng 2D Guanazolium fluoroaluminatehd; ,Al sF17N1o
[167] [173]

18



Ga(HPQ)zF.H3N(CH2)3NH3.2H20 [118] 1D hybrld quoroaIumina(tEN4H20AI oF10 [149]

CGAIF70[CH3Ns]4.H20 [194] féd] 3o(Al 3F12)3H,0 [191]

The candidate : Then some oxides, including phosphates (etc), &b sslvedab initio from powder
diffraction data :

LiSbwWe [31] first case -VO(HPQO,).2H,0 [43], saving (with other
using the "Le Bail method" in 1988  structures below) the thesis of a futurenggiaPhD
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KVEHPQy) [40] -VO(HPQy).2H,0 [51]

CgHPQ,)(OH), [68] (VO)(H2PQ,)2(H20) [92]

EPsO15 [108] CdBa(P,07)(HPQy) [115]

6-K4P,07 [180]

20



Gormanite : (Fe,MgJAl,Fe)(POy)4(OH)s- 2H,0 [132] w0, [86]

Volborthite : Cg(V207)(OH)2(H20), [53] Naa(HPQ), [105]

LalgW10057 [164]

-LayW,0q [124] LaoW20,1 [187]
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KTiSi30g.H,0 [103] BaHgRuQ [99]

NpDg [63] HTiz07[80]
BiPdQy [91] TIV4O10[75]
YB#ch sClp.s07 [33] BaPd(G;[34]
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Pd(N§LCr.O7 [93] Pd(NQ)2(H20), [67]

¥ 2M03020 [96] FeVMoG; [98]

Bi(NE)(C204)2.xH,0 [137] CaCQ Vaterite [174]
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The candidate: Also some kidney stones, or pharmaceutical camgs, or (...) solved from powder

diffraction data too :

Tetrammine-Carbonatocobalt(lll) Nitrate
[Co(C&)(NH3)4]NO3 [183]

3,4-diaminopyridin-1-ium dihydrogen phosphate
CsHgN3(H2POy) - pharmaceutical compound [176]

Calcium glycinate trihydrate [181]
[Ca(GH4NO,)2(H20),]H.0 - kidney stone

24

bethanechol chloride Hz;CIN-O,
pharmaiteal compound [168]

uric acid monopotassium urate [190]
sHIGN4O3]K[C sH3N4O4] - kidney stone



LaNDe 7[26]

- The candidate :And also some crystal structures determined fromgle crystal data, generally easier
than from powder, but not always, especially irecalssystematic twinning. Many fluorides of course

-AlF3 [37] orthorhombic pseudo-hexagonal, [Cw(HF,)(H20)s][FeFs].2H0 [160]
systematically twinned, three domains at 120°
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$ThiF [44]

RiN aAI6F21[48] twinned

SHV" ORs)sF.3H:0 [162] twinned

NaSrAJF65]

26

KoFeFs- form | [54]

2”@A|3F12 [56] twinned

M,AJ sFo6 [47] twinned

KCaAjF, [87]



RGrF [169) RBCrsF17 [49]

PﬂMnFez)Flz.3Hzo [74] Pb;MnFezF24 [73]

PfFeR.H,0 [193]
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KsCryoFs1[57] ordered CF and CF#* sBayAl gF3:Cl, [89]

Bazf1.2H,0 [76] twinned gBaZrks [82]

SgZrsF,, [100] with [FSg] triangles '-BaFeks [94]
28



The candidate :Or some non-fluoride structures from single crydtda :

NeuaV 4P4017(OH) [59] CofP0;)CI(H20) [69]
Z1(HPG3)g(OH)s [90] Coi{d-C2H30,)g(H20)10 [70]
Calcium tartrate tetrahydrate form Il 7,9-bis(hydroxymethwljc acid
GH1,CaQy - kidney stone [158] GHsgN4O - kidney stone [175]
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Cr (NR)sNi(H20)sCl5(NH4)0.5Clo.s [61] -NH4(VO2)(HPQOy) [79]

Als6(Cu,Zn)jLiss, close to the quasi-crystals strange world [72]

AlsgCusLi 26Mg10 [71]
30



- Devil's advocate : Small molecules, powders, crystallography... A @anpress-button technique !
University Professors reserve half their workingutsoto teach, forming brilliant students, transfegr
their knowledge to many PhDs. What about teaching ?

- The candidate :A whole working life trying to solve complex pra@phs in crystallography, succeeding
many times, but not allways, building tools (softer@uch a&£SPOIR McMaille or algorithms such as
that one behind the_& Bail methot) for helping to attain the long expected solusiomhanks a lot to the
CNRS'!

- Devil's advocate :OK, OK, you deserve first class, and you havdréaaly, but you are certainly not
exceptionnal. No "ultra big salary” for you. These reserved to people much more brilliant thangrmeu

- The candidate : 1 suspected you would tell something like that.INWEkhave participated to the
formation of such brilliant students (seventeersay, locally at Le Mans, or solved some of theirsino
difficult problems, sometimes under their eyes. &wer my SDPD Internet Course was followed by ~50
students all over the world. | used their subsmipfees (and some money from industry) for finagci
my computers and congress (IUCr meetings, Eurog&gstallography meetings, etc) costs (Osaka,
Japan, 2008; Lausanne, Switzerland, 2008; Orarerilg2008; Campinas, Brazil, 2007; Wisla, Poland,
2006; Geneva, Switzerland, 2006; Anvers, Belgiuri0& London, Great Brittain, 2006; Agadir,
Morocco, 2006; Florence, Italy, 2005; ConstantiAdgeria, 2005; Assiut, Egypt, 2004; El Jadida,
Morocco, 2004; Durban, South Africa, 2003; Staraslae Slovakia, 2003; Bonn, Germany, 2003;
Geneva, Switzerland, 2002, Krakow, Poland, 200lic@ana, Spain, 2000; Ismailia, Egypt, 2000;
Kunming, China, 1999; Glasgow, Scotland, 1999: Beagzek Republik, 1998; Colorado Spring, USA,
1998; St Louis, USA, 1997; Seattle, USA, 1996taveski Mikulas, Slovakia, 1995; Gaithersburg, USA,
1992; Valencia, Spain, 1990, 1988; Hambourg, Geynd®84; etc). These were generally invitations for
presenting my software and results obtained wiémthby me or others. Paid for discovering the World,
thanks again to the CNRS (even if | had to findniyself all the money) ! Let me finish now by some
views of predicted inorganic compounds selectedrabe >100000 generated by my GRINSP software
("white” ANR project in 2005, rejected, then jobndoalone) :
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B,O3; hanosphere
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B,O; nanotube

33



34



35



36



37



38



39



40



41



42



The candidate :Exceptionnal pictures, aren't they ? Thanks agathé CNRS for making this possible !
Retrieve all that in the COD and PCOD crystallogsappen databases http://www.crystallography.net/
which | co-founded in 2003 and contain now ~300864 >1 million entries, for existing and predicted
structures, respectively, in total free accessedtitony in a few words : full crystal structureegiction

will be the simple consequence of the real full masg of quantum physics and chemistry. We will
probably not see that so soon but maybe beforerttief this XXIth century. And then...
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Devil's advocate : Well, OK, you will be DRCE then... Anyway you ciBadon't believed to the
possibility to succeed, don't you ? This non-stashdaport is only for the fun, isn't it ? Any patemith
high revenue, commercial applications, L£€orage in your compounds, sub-marine data trarsfe
optical fiber made of fluorinated glasses, suprdceting materials for train levitation, a-centric
compounds with exceptional behaviour, compounds \giant pores that will deliver pharmaceutical
molecules at the right place in the human bodgwen solely "breathing”, nanomaterials having gma-
even only mega-properties (...) ? Nothing, | anaidf.. You are even not in the recent list of 3200
most cited authors, including 80 french ones. Seould suggest you to try a reconversion in the
automatic prediction of decorative ceramic pladoedathrooms.

The candidate : Well, properties are there, mostly not applicdideause being too weak. So what ? A
vast majority of new compounds have properties auittany interest because a few present much better
performances. Good idea about bathrooms ! But |l prdbably be occupied with the building of more
CIF files to enter into the COD, though this istqudoring. Ooops, | realize that | told nothing abmy
work on amorphous compounds or size-strain lineadeaing analysis, and some oldest other details
(EXAFS, modelling glass structures, etc...). Newand, trying to prove by yourself that you are
"excellent”, internationally shining and so brilitathis is really weird. Indeed, this report imilied to the
description of the pleasure | had. About pleasgo®d luck to the next generations of CNRS engineers
and researchers, if any true "autonomy" is avaldbl them (Mme Fioraso and many technocrates are
working hard in the opposite direction) ! An autamoto find the money by yourself, being either avsl

or a dictator, or a mercenary like | was, theredsother possibility. To the crystallochemists,duld say
them to think to powder diffraction as a now queféicient tool allowing to solve interesting probis

that would otherwise sleep forever in drawers (aywso many new single crystals are very easily
obtained for hybrids compounds that you can be mieduexclusively with them for centuries, if you
wish, even keeping only the compounds with largedt parameters and reserving the others to the
dustbin). And finally, the most important advicea not sell too much bullshit like if it was higaviel

real science. Politicians will eat it, then you lvabtain money, teams working for you, and rewarsds
your unique name, but when the promises will faibe honoured... well, you will be retired, aftér so

that it will be to your successors, ex younger aykers, to become sick with your untenable marnlou
announced potentialities - unless you are extremiebky and your production has really met
commercial/societal applications up to a high Iguedieed, this could happen 20 or 30 years after yo
seminal work having unexpected consequences).
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LISTE DES PUBLICATION S

1976-2015
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Articles les plus cités

147 articles actuellement dans le Web au Knowlegdes de 150 au total d'ici la fin 2015 (194 en
incluant chapitres de livres et articles non répé¥s par Thomson-Reuter-ISl).

> 3680 citations de ces 147 articles cités dan96-3ticles, hors auto-citations.

> 25 citations en moyenne par article.

h-index = 28

article le plus cité : >1330 citations

Liste des publications citées 28 fois ou plirfibre de citationen début de référenceen bleu les
références absentes (erreur ou journal/livre nééreacé) du Web of Science mais obtenues pardiopti
"Cited Reference Search" :

1333(+43) - Ab-initio structure determination of LiSbW®y X-Ray powder diffraction. A. Le Bail, H. Duroy
and J.L. FourqueiMat. Res. Bull23, 447-452 (1988).

150 "The profile of a Bragg reflection for extractimgensities.” A. Le Bail, Chapter 5 in: Powder Déttion:
Theory and Practice, Ed. R.E. Dinnebier & S.J.UWliMge, Royal Society of Chemistry, Cambridge (8D0
134-165.

140- Size-strain line broadening analysis of the a&eawound-robin sample. D. Balzar, N Audebrand, MR
Daymond, A Fitch, A Hewat, JI Langford, A Le Bal), Louér, O Masson, CN McCowan, NC Popa, PW
Stephens, BH Tobyl. Appl. Cryst37 (2004) 911-924.

109 Whole powder pattern decomposition methods andicgtipns - A retrospection. A. Le BaiRowder
Diffraction 20 (2005) 316-326.

107 - A new study of the structure of Lajflis ; using a modified Rietveld method for the refineteinneutron
powder diffraction data. C. Lartigue, A. Le BaildaA. Percheron-Guegad, Less-Common Metal®9, 65-
76 (1987).

86 - Monte Carlo indexing with McMaille. A. Le BaiRowder Diffraction 19 (2004) 249-254.

85- Crystal structure of the metastable form of aluommitrifluoride b-AlF; and the gallium and indium
homologs. A. Le Bail, C. Jacoboni, M. Leblanc, Re Bape, H. Duroy and J.L. Fourquét,Solid State
Chem 77, 96-101 (1988).

68 - Crystallography Open Database — an open accegstoli of crystal structures. S. Gra ulis, D. Chater,
R.T. Downs, A.F.T. Yokochi, M. Quirés, L. LutterptE. Manakova, J. Butkus, P. Moeck and A. Le Bail,
Appl. Cryst42 (2009) 726-729.

63 - Synthetic pathways to vanadyl phosphates. D. 8elRorter, P. Amoros, R. Ibanez, E. Martinez, AtrBe-
Porter, A. Le Bail, G. Férey, G. Villeneuveolid state lonics32/33 57-69 (1989).

62 - Modelling the Silica Glass Structure by the Riefvethod. A. Le BailJ. Non-Cryst. Solidsl83 39-42
(1995).

59- Recent advances in the chemistry and propesfiexovanadium phosphates. D. Beltan-Porter, AtrBe}
Porter, P. Amoros, R. Ibanez, E. Martinez, A. Lel,Ba. Férey, G. VilleneuveEur. J. Solid State Inorg.
Chem 28, 131-161 (1991).

56- The room-temperature crystallisation of a one-gisi@nal gallium fluorophosphate, Ga(HP®-
HsN(CH,):NH3- 2H,0, a precursor to three-dimensional microporouBuyalfluorophosphates, Walton, RI,
Millange, F, Le Bail, A, Loiseau, T, Serre, C, OtHaD, Ferey, GChem. Comm 203-204 (2000).

52 - ESPOIR : A Program for Solving Structures by MoGtlo from Powder Diffraction Data. A. Le BalWat.
Sci. Forum378-381(2001) 65-70.

51 - Extracting structure factors from powder diffiano data by iterating full pattern profile fittiné\. Le Bail,
NIST Special Publicatiof46, 213 (1992).

48 - Electron microscopy study of the superconduBligr,CaCuyOg.. M. Hervieu, C. Michel, B. Domenges, Y.
Laligant, A. Le Bail, G. Férey and B. Ravedndern Physics Letter, 2(1), 491-500 (1988).

46 - Structure of Zeolitic KTiSi;Og*H,O Determined ab initio from Powder Diffraction Dafd.S. Dadachov
and A. Le Bail,Eur. J. Solid State Inorg. Chei®4, 381-390 (1997).

46 - Copper containing minerals: I. &60O,(OH),.2H,0: the synthetic homologue of volborthite; crystal
structure determination from X-ray and neutron gataictural correlations. M.A. Lafontaine, A. LaiBand
G. Férey,J. Solid State Cher85, 220-227 (1990).
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44 - Structure of vanadyl hydrogenphosphate dihydi@t¢O(HPQ,).2H,O solved from X-ray and neutron
powder diffraction. A. Le Bail, G. Férey, P. Amorasd D. Beltran-PorteEur. J. Solid State Inorg. Chem
26, 419-426 (1989).

43 - Crystal structure ob-VO(HPQ,).2H,O solved from X-ray powder diffraction. A. Le BaiG. Férey, P.
Amoros, D. Beltran-Porter and G. Villeneuve Solid State Cheri9, 169-176 (1989).

40 - Synthesis and Crystal Structure of a Tubular Hydptosphite: Zn(HPQO;)g(OH)s, M.D. Marcos, P.
Amoros and A. Le Bail). Solid State Chert07, 250-257 (1993).

40 - A Qualitative Account for Anisotropic BroadeniigWhole Powder Diffraction Pattern Fitting by Sade
Rank Tensors. A. Le Bail and A. Jouannealppl. Cryst 30, 265-271 (1997).

37 - t-AlF3 Crystal structure determination from X-ray powdhffraction data. A new MX corner-sharing
octahedra 3D network. A. Le Bail, J.L. Fourquet &hdentrupJ. Solid State Cherm00, 151-159 (1992).
36 - Short-range order in the anion-excess fluoriteteelaCa ggNo 332 Solid solutions: EXAFS study of the
Ln®*" environment. J.P. Laval, A. Abaouz, B. Frit and_A.Bail,J. Solid State CherB5, 133-143 (1990).
36- Crystal structure and protonic conductivity gfrgchlore phases A(OH)Fs.H2O and Ab[(OH)1.4 s
(x=0.5). J.L. Fourquet, M. Riviere, A. Le Bail, Mygrens and J. Gringur. J. Solid State Inorg. Cher5,

535-540 (1988).

34 - Fluoride glasses of 3d transition metals. C. JaoplA. Le Bail et R. De Papé&lass Technologg24, 164-
167 (1983).

33- Smoothing and validity of crystallite-size distrtlmns from X-ray line-profile analysis. A. Le Badlt D.
Louér,J. Appl. Cryst11, 50-55 (1978).

33 - Inorganic structure prediction with GRINSP. A. Bail, J. Appl. Cryst38 (2005) 389-395 - eActa Cryst

A61 (2005) c97.

31- Structure determination df and gBaAlFs by X-ray and neutron powder diffraction. A model fthe
a®b«g transitions. A. Le Bail, G. Ferey, A.-M. Mercied, De Kozak and M. Samouél, Solid State
Chem 89, 282-291 (1990).

30 - Crystal structure of A(VQ(HPQ,) , (A=NH*" K* Rb") solved from X-ray powder diffraction. P. Amords,
Beltran-Porter, A. Le Bail, G. Férey and G. Villewe,Eur. J. Solid State Inorg. Che2b, 599-607 (1988).

28 - b-BasAlFy, a Complex Structure Determined from ConventioXd®ay Powder Diffraction, A. Le Bail).
Solid State Cheml03 287-291 (1993).

28 - LINbWOg : crystal structure of its two allotropic formsLJFourquet, A. Le Bail and P.A. Gilletjat. Res.

Bull. 23, 1163-1170 (1988).

Citations in Each Year
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Un peu plus de citations d'aprés Google Scholar :
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Liste complete par ordre de parution

Published Items in Each Year

Sur les 194 articles répertoriés ci-dessous, 147dams par le Web of Science (en vert sur la éigindessus). 5 chapitres de
livres sont en bleu, Il manque 34 articles pubtiéss des comptes rendus de colloques, newslettenssthllographie et 7 a
paraitre en 2015 dont un chapitre de livre.

Entre parentheses, aprés le numéro d’ordre, estédiemombre de citationsdans la période 1975 & ao(t 2014
ainsi qu'’il peut étre obtenu dansSeience Citation Index(ISI) par consultation dWeb of Knowledge

CL=Chapitre de livre
IUCr-N = International Union for Crystallography Newstst

Derniers projets a concrétiser : article soumis oen préparation

- 194"CU3AIF70[CH3N5]4.HQO," ?

- 193"Thermodiffractometry and crystal structure ofPé(H,0) and of its derivatives RbeR(H,O), (0 < x <
1),¢, -anda-PlsFeR," A. Le Bail, Powder Diffraction

- 192"Polymorphism of KZrFg," A. Le Bail, M. Boca and L. Smrcokporg. Chem

- 191 "First microporous class 1 hybrid aluminum fluoriderystal structures of [tdZs.(AlsF1,).3H,O and of the
dehydrated form,'Laurent J. Jouffret, Jérébme Lhoste, Amandine Cadidonique Body, Christophe Legein,
Armel Le Bail, Vincent Maisonneuv€hem Mat.

- 190 "Ab initio structure determination of kidney stone potassignadriurate from synchrotron powder
diffraction data," D. Bazin, M. Daudon, E. ElkaimdaA. Le Bail,Powder Diffraction

- 189"Face-sharing octahedra in8&,F;, and CgAlFs," A. Le Bail and L. SmrcokPowder diffraction

Article a paraitre (chapitre de livre)

- 188 CL "Data reduction tdF,q|," A. Le Bail, International Tables for
Crystallography, Vol. H, Powder Diffraction, to pablished (early 2015).
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Articles parus :

2014

- 187"La;oW,0,," an anion deficient fluorite related superstruetwith oxide ion conduction,"” M.-H. Chambrier,

A. Le Bail, F. Giovannelli, A. Redjaimia, P. FloniaD. Massiot, E. Suard, F. Goutenoirggrg. Chem63, 2014,

147-159. DOI: 10.1021/ic401801u
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Logiciels / Algorithmes

Encore disponibles en acces ouvert (GPL = GNU PublLicence)

GRINSP (2005)

Prédiction de structures cristallines a réseauxhhectés
(simple pour N = 3, 4, 5, 6, et mixte N/N’)

- 146 (33) "Inorganic structure prediction with GRINSP." Ae Bail, J. Appl. Cryst38 (2005) 389-395.

McMaille (2004)
Indexation de diagramme de poudre par méthode Moatk
- 142 86) "Monte Carlo indexing with McMaille." A. Le BaiRowder Diffraction 19 (2004) 249-254.

ESPOIR (2001)

Solution de structure sur poudre ou monocristal das I'espace direct

- 122 62) “ESPOIR : A Program for Solving Structures by Moftarlo from Powder Diffraction Data.”
A. Le Bail,Mat. Sci. Forum378-381(2001) 65-70.

STRUVIR (1995)

Reprise de STRUPLO avec production de fichiers emhgage VRML
pour affichage sur le Web.

Logiciels plus anciens :

SIZEDIST (33), ARIT (1333, ARITVE (62), HKLGEN, OVERLAP, TMACLE, NOCHAOS,
GLASSVIR

Algorithme incorporé dans GSAS, FULLPROF, WinMPROF, RIETAN, EXPO,
EXTRA, EXTRACT, etc :

« Méthode Le Bail » (1988)
extraction des intensités d’'un diagramme de poudre
par itération de la formule de décomposition de\Rie

- 31 (1333 "Ab-initio structure determination of LiSbW{by X-Ray powder diffraction” A. Le Bail, H.
Duroy et J.L. FourqueMat. Res. Bull23, 447-452 (1988).
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Bases de données

COD : Crystallography Open Database (création en ZiB)

http://www.crystallography.net/

~300.000 fichiers CIF de structures cristallinestribuées, avec moteur de recherche par mot-clée,
parameétres de maille, volume, formulation chimiggte).

- 159 ©8) "Crystallography Open Database — an open accessctioil of crystal structures." S. Gra ulis, D.
Chateigner, R.T. Downs, A.F.T. Yokochi, M. Quirds,Lutterotti, E. Manakova, J. Butkus, P. Moeck axd
Le Bail, J. Appl. Cryst42 (2009) 726-729.

PCOD : Predicted Crystallography Open Database

http://www.crystallography.net/pcod/

>160.000 fichiers CIF de structures prédites pdodgciel GRINSP, avec moteur de recherche par mot-
clé, parameétres de maille, volume, formulation ¢hire.

> 900.000 fichiers CIF de structures de zéolithéslipes par ZEFSA 1l (M.W. Deem)

TCOD : Theoretical Powder Diffraction Database

Création 2013. But : rassembler les structuresatiirees passées a la moulinette DFT et autresoahps
de type "Quantum Chemistry."

P2D2 : Predicted Powder Diffraction Database

http://www.crystallography.net/pcod/p2d2/

>160.000 diagrammes de poudre de composes preéditdeplogiciel GRINSP, pour identification,
incorporeés dans les logiciels EVA (Bruker) et Highi® (Panalytical).

> 900.000 diagrammes de poudre de structures dieezgarédites par ZEFSA Il (M.W. Deem)

Ces bases de données sont adoptées et distribaeds plupart des fabriquants de diffractométres a
poudre et/ou des vendeurs de logiciels d'identiboade phase par "search-match” (Bruker, Rigaku,
PANalytical, Crystal Impact).
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