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CAD. CAD. Dat.Dat.

CADASTER CADASTER 
DatabaseDatabase

PublishedPublished

++

CADASTER CADASTER 
webweb

++

CADASTER CADASTER 
DatabaseDatabase

Data setData set

��������

PublishedPublished

++

uploadeduploaded

in in CAD.CAD.
DatabaseDatabase

(243 (243 BFRsBFRs))

PredPred & AD& AD

XX

XX

FateFate

XX

XX

XX

XX

XX

PhysPhys --chemchem

SIDSSIDS

dd--eeDragon 5.5Dragon 5.5MLR/KMLR/K--NN NN 
classclass

ED ED ActivityActivity
((~~20)20)

��������MLRMLRHLpHLp (15)(15)

��������MLRMLRKpKp (15)(15)

aa--bb��������MLR MLR **logKlogK OWOW**(20)(20)

aa--bb��������MLR MLR **logKlogK OAOA**(30)(30)

aa��������MLR MLR WS WS * * (12)(12)

aa��������MLR MLR **VP VP ** (34)(34)

aa--bb��������MLR MLR **MP MP ** (25)(25)

aaDragon 5.5Dragon 5.5MLR MLR **H H ** (7)(7)

((**onon --line) UIline) UI((NNobjobj ))

RefRefDescDescModel Model D 3.5D 3.5EndpointEndpoint

aa Papa, E.; Papa, E.; KovarichKovarich, S.; , S.; GramaticaGramatica P., P., QSAR Comb. Sci.QSAR Comb. Sci. 2009, 28, 7902009, 28, 790--796.796.
bb Papa, E.; Papa, E.; KovarichKovarich, S.; , S.; GramaticaGramatica P., P., Molecular Informatics Molecular Informatics 2011 , 30, 2322011 , 30, 232--240 (Proceedings issue of Euro240 (Proceedings issue of Euro--QSAR2010).QSAR2010).
cc ObergOberg T., T., EnvironEnviron Sci & Sci & PollutPollut ResRes 2002, 9, 4052002, 9, 405--411.411.
dd Papa, E.; Papa, E.; KovarichKovarich, S.; , S.; GramaticaGramatica, P., P., Chem. Res. , Chem. Res. ToxicolToxicol. . 2010, 23, 9462010, 23, 946--954.954.
ee KovarichKovarich, S.; Papa, E.; , S.; Papa, E.; GramaticaGramatica, P., , P., J.J. Hazardous Mat.Hazardous Mat. 2011,190, 1062011,190, 106--112.112.
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Dragon 5.5Dragon 5.5

DescriptorsDescriptors

XX

ToxTox

XX
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PhysPhys --chemchem

SIDSSIDS

��������CytotoxicityCytotoxicity
((~~20)20)

bb
��������

RodentRodent
acute acute 
toxicitytoxicity (23)(23)

��������logKowlogKow ** (52)(52)

��������WSWS** (37)(37) aa

MLRMLRVPVP** (37)(37)

((* * onon --line) UIline) UI((NNobjobj ))

RefRefModel Model Del 3.5Del 3.5EndpointEndpoint

aa Papa, E.; Papa, E.; LuiniLuini, M.; , M.; GramaticaGramatica, POSTER presented at SETAC, POSTER presented at SETAC--Europe 2009, Europe 2009, GGööteborgteborg, Sweden, 31 May , Sweden, 31 May –– 4 June 2009.4 June 2009.

bb Papa, E.; Papa, E.; LuiniLuini, M.; , M.; GramaticaGramatica, P. , P. SAR QSAR Environ. ResSAR QSAR Environ. Res., 2009, 20, 767., 2009, 20, 767––779.779.
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Data setData set

PublishedPublished in in 
respectiverespective

paperspapers

(221 (221 PFCsPFCs))

PredPred & AD& AD

LNU (PLS) LNU (PLS) refref cc

LNU, IDEA, LNU, IDEA, 
HMGUHMGU

ModelsModels byby
WP3 WP3 PartnersPartners

MLR/KMLR/K--NNNN

Drag5.5Drag5.5

MLRMLR--Drag5.5Drag5.5

MLRMLR--Drag5.5Drag5.5

MLRMLR**--Drag5.5Drag5.5

MLRMLR--Drag5.5Drag5.5

MLRMLR**--Drag5.5Drag5.5

MLRMLR--Drag5.5Drag5.5

((* * onon --line) UIline) UI

Model & Model & DescDesc

XXRodentRodent acute acute 
toxicitytoxicity ((~~55)55)

CMC (10)CMC (10)

ED ED activityactivity
(24)(24)

XXWSWS** (20)(20)

XXVPVP** (35)(35)

XXXXBPBP** (93)(93)

XXXXMPMP** (94)(94)

ConsCons
ensusensusToxToxPhPh--chch

SIDSSIDS

((NNobjobj ))

EndpointEndpoint

aa BhhataraiBhhatarai, B. et al. (, B. et al. (WP3 partnersWP3 partners ), ), Molecular InformaticsMolecular Informatics , 2011 30, 189, 2011 30, 189--204 (Proceedings issue of Euro204 (Proceedings issue of Euro--QSAR2010).QSAR2010).
bb BhhataraiBhhatarai, B.; , B.; GramaticaGramatica, P., , P., Environ. Sci. Technol.,Environ. Sci. Technol., 2010, Online first (2011 45: Special issue on 2010, Online first (2011 45: Special issue on PFCsPFCs), ), OralOral at CMTPI11at CMTPI11
CC Oberg T.; Liu T., Oberg T.; Liu T., Chemo Lab, Chemo Lab, 2011, 107, 592011, 107, 59--64.64.
dd BhhataraiBhhatarai, B.; , B.; GramaticaGramatica, P., P. ,, Molecular DiversityMolecular Diversity,, 2010, 2010, 15, 46715, 467--476. 476. 
ee BhhataraiBhhatarai, B.; , B.; GramaticaGramatica P., P., Chem. Res. Chem. Res. ToxicolToxicol.,., 2010, 23, 5282010, 23, 528--539.539.
ff KovarichKovarich, S.; Papa, E., , S.; Papa, E., GramaticaGramatica, P , P SubmittedSubmitted toto SAR & QSAR SAR & QSAR EnvironEnviron. Res. Res., 2011., 2011..
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PublishedPublished

(351 TAZ)(351 TAZ)

Pred&ADPred&AD

in progressin progress

(MLR)(MLR)

XXLCLC5050 EarthwormEarthworm

BCFBCF

XXLCLC5050 FishFish

in progressin progress

(MLR)(MLR)

XXECEC5050 DaphniaDaphnia

XXLDLD5050 HoneybeesHoneybees

XXLDLD5050 BirdBird

ExpExp data data 
uploadeduploaded

in CAD. web in CAD. web 
/ Database/ Database

Drag 5.5 Drag 5.5 
"pruned"pruned““

++

onon--line line descdesc..

XXECEC5050 AlgaeAlgae

��������MLRMLRXXMPMP** (56)(56)

��������MLRMLRXXVPVP** (33)(33)

��������MLRMLRXXLogKowLogKow ** (64)(64)
PublishedPublished

++

CAD. web / CAD. web / 
DatabaseDatabase

Drag 5.5Drag 5.5MLR MLR **XXWSWS** (49)(49)

DescDesc Data setData set

EcotoxEcotoxPhPh--chch

SIDSSIDS

((**onon --line) UIline) UI((NNobjobj ))

Model Model D3.5D3.5EndpointEndpoint

aa BhhataraiBhhatarai , B.; , B.; GramaticaGramatica , P.,, P., Water ResearchWater Research ,, 2011, 45 (3) 14632011, 45 (3) 1463--1471. 1471. OralOral at CMTPI11at CMTPI11
bb KovarichKovarich S.etS.et UI UI groupgroup , , OralOral at CMTPI1at CMTPI1
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