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Endpoint SIDS Model D 3.5 Desc Data set Pred & AD | LNU | Ref
(Nop;) Phys-chem | Fate | (*on-line) Ul (243 BFRs)
H * (7) MLR * Dragon 5.5 a
Published b
MP ™ (25) MLR* + Published a
VP *(34) MLR * CADASTER + a
uploaded
*
e a2 in CAD. a
logK ,,*(30) Database a-b
logK o,,*(20) a-b
Kp (15) X MLR CADASTER
Database
HLp (15) X MLR
BCF PLSR Dragon 1.11 X C
(E~Dz(,)0)\ct|V|ty MLIi/K-NN 6rag§tl5.5 Pliblished + d-e

class

&AD. Dat.

a Papa, E.; Kovarich, S.; Gramatica P., QSAR Comb. Sci. 2009, 28, 790-796.
b Papa, E.; Kovarich, S.; Gramatica P., Molecular Informatics 2011 , 30, 232-240 (Proceedings issue of Euro-QSAR2010).
¢ Oberg T., Environ Sci & Pollut Res 2002, 9, 405-411.
d Papa, E.; Kovarich, S.; Gramatica, P., Chem. Res. Toxicol. 2010, 23, 946-954.
€ Kovarich, S.; Papa, E.; Gramatica, P., J. Hazardous Mat. 2011,190, 106-112.

sewens compared with EPI Suite software
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Endpoint SIDS Model Del 3.5 | Descriptors Data set Pred & AD | Ref
Phys-chem | Tox | (* on-line) Ul (79 frag)

MLR Dragon 5.5 | Exp data
uploaded in
CADASTER a

Rodent
acute
toxicity (23)

Cytotoxicity
(~20)

Published | b

* Predictions compaxe

a Papa, E.; Luini, M.; Gramatica, POSTER presented at SETAC-Europe 2009, Géteborg, Sweden, 31 May — 4 June 20009.
b Papa, E.; Luini, M.; Gramatica, P. SAR QSAR Environ. Res., 2009, 20, 767-779.
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Endpoint

MP* (94)

BP* (93)

VP* (35)

WS* (20)

CMC (10)

Rodent acute
toxicity (~55

ED activity
(24)

SIDS Model & Desc | Dataset | Pred & AD | Ref Models by cons
(* on-line) UI (221 PFCs) WP3 Partners | ensus
MLR-Drag5.5 . LNU, IDEA., X
MLR'-Drag5.5” | Published HMGU X
MLR-Drag5.5 Published LNU (PLS) ref c
MLR*-Drag5.5 yprespectivig |-

MLR-Drag5.5
MLR-D1rags.5 d-e
MLR/K-NN f

* Predictions compared with EPI Suite software

a Bhhatarai, B. et al. (WP3 partners ), Molecular Informatics , 2011 30, 189-204 (Proceedings issue of Euro-QSAR2010).

b Bhhatarai, B.; Gramatica, P., Environ. Sci. Technol., 2010, Online first (2011 45: Special issue on PFCs), Oral at CMTPI11
cOberg T.; Liu T., Chemo Lab, 2011, 107, 59-64.
d Bhhatarai, B.; Gramatica, P. , Molecular Diversity, 2010, 15, 467-476.
¢ Bhhatarai, B.; Gramatica P., Chem. Res. Toxicol., 2010, 23, 528-539.
f Kovarich, S.; Papa, E., Gramatica, P Submitted to SAR & QSAR Environ. Res., 2011.
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Endpoint SIDS Model D3.5 Desc Data set Pred&AD | Ref | WP3
Ph-ch | Ecotox | (*on-line) Ul (351 TAZ) | Ul | Partn
(Nog;) ers
WS* (49) X MLR * Drag 5.5
LogKow * (64) X
Published | a
VP* (33) X
MP* (56) X
EC,, Algae
EC;, Daphnia A in progress
LC,, Fish Drag3.5 brogress
b

BCF

LC., Earthworm

LD., Honeybees

LD, Bird

"nruned’
8 f‘;l

on-line desc.

* Predictions compared with EPI Suite software
a Bhhatarai , B.; Gramatica , P., Water Research , 2011, 45 (3) 1463-1471. Oral at CMTPI11

b Kovarich S.et Ul group , Oral at CMTPI1
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Papa, E.; Kovarich, S.; Gramatica P., Molecular Informatics 2011 , 30, 232-240 (Proceedings issue of Euro-QSAR2010).
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