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https://echa.europa.eu/documents/10162/13655/pgreportqsarsen.pdf
http://ulreachacross.com
http://ulreachacross.com/Documents/reachacross-1.0.0-qmrf.xml
http://ulreachacross.com/Documents/reachacross-1.0.0-qprf.txt
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5HDFK$FURVYV %LQDU\ (YDOXDWLF

5($&$FURVV SUHGLFWYVY FKHPLFDO KD]DUG SRWHQFLHVIRU HQGSRLQWYV

DFXWH GHUPDO QHJDWLYH K K K K
PXWDJHQLFLW\ QHJDWLYH K K

DFXWHRUDO QHJDWLYH K K K K
DFXWHDTXDWLF QHJDWLYH K K K
FKURQLFDTXDWLF QHJDWLYH K K K

VNLQ VHQVLWL]DWLRQ QHJDWLYH K W\SH K W\SH E
VNLQ FRUURVLRQ LUULWDWLRQ QHJDWLYH K K K
H\H GDPDJH LUULWDWLRQ K K K

7KHEHORZ 4JXUHVHYDOXDWH5($&+$FURVV SHUIRUPDQFHLQ SUHGLFWLQJELQDU\KD]DUGYV

1HIDWLYH 3RVLWLYH'LVWULEXWLRQ RYHU +D]DUG BUREDELOLW

acute aquatic acute dermal acute oral

'4
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0.00 0.25 0.50 0.75 1.000.00 0.25 0.50 O.I75 1.IOO

probability of hazard

7KHDERYH SORWV DUH G HEOXHS BB BENVQ/IH QHIDWANBYO\ WKH RUDQJH GHQVLW\ ZRXOG EH |
OHIWDQG EOXHGHQVLW\RQ WKHIDU ULJKW



SUHYDOHQFH $GMXVWHG 3RVLWLYH 1HJDWLYHOS5DWLR

acute aquatic acute dermal acute oral

skin corrosion irritation skin sensitization

0.00 025 050 0.75 1.000.00 0.25 0.50 075 1.00
probability of hazard

7KH DERYH S OIRGMWVXD WHH GRUIQ WIIRWLYHV RAUDRMIEHVLYHWWO)XOHK SUREDELOLW\ RI KD]J]DUG 5DWLR
MXVWHG WR DFRXQW IRU SUHYDOHQFH )RUPDQ\RIWKHVHHQGSRLQWY WKHUHDUH IDUPRUH S
GL*HUHQFHLQ SUHYDOHQFH QHJDWLYHV DQG SRVLW IDYAHWXYWHBLHLUKWHIHWRH UHDWH DQ HT X D(



$FFXUDF\YV &RYHUDJH

-QJHQHUDO WKHUHLVDWUDGHR*EHWZHHQ FRYHUDJHDQGDFFXUDF\
EODFNOLQH IRUHYHU\HQGSRLQWDQG FRYHUDJH GURSV WR
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6HQVLWLYLWLHV DQG 6SHFL4FLWLHYV

7KHWHUPVLQ WKHEHORZWDEOHDUHGH4QHG EHORZ

QHIJDWLYH WKUHVKIRGBGREBDELOLW\ YDOXHEHORZ ZKLFKD QHIJDWLYH FDOO LV PDGH
SRVLWLYHWKUHVKR®OWGREBFIZIOLW\ YDOXH DERYH ZKLFK D SRVLWLYH FDOO LV PDGH
BHQVLWLYLMMUFHQW RIFRYHUHG KD]JDUGRXV FRPSRXQGV FRUUHFWO\ SUHGLFWHG
6SHFLAFLWBHWSEFHQW RIFRYHUHG QRQ KD]JDUGRXV FRPSRXQGV FRUUHFWO\SUHGLFWHG
%DODQFHG $FFXUMDFRPHPSEXUH RI DFFXUDF\ VHQVLWLYLW\ VSHFL4FLW\

FRYHUDJH FBMHBHQW RIODEHOHG FRPSRXQGV WKDW IDOOV DERYH EHORZ WKH SRV QHJ W

7TKUHVKROGY ZHUH VHOHFWHG WR

RSWLPL]JH EDODQFHG DFFXUDF\
RSWLPL]JH FRYHUDJH

PDLQWDLQ HTXDO GLVWDQFH EHWZHHQ DQG WKHQHJDWLYHDQG SRVLWLYH WKUHVKROC(

HQGSRLQW SRV QHJ WRWDO QHJI7 SRV7 6 H 6S %$&

VNLQ VHQVLWL]DWLRQ
H\H GDPDJH LUULWDWLRQ
DEXWH RUDO

PXWDJHQLFLW\

VNLQ FRUURVLRQ LUULWDWLRQ
DFXWH GHUPDO
DFXWH DTXDWLF
FKURQLF DTXDWLF

%DODQFHG DFFXUDFLHV DUH RYHU
FRUURVLRQ LUULWDWLRQ VHQVLWLYLWLHV DUHDERYH

IRUHYHU\HQGSRLQW &RYHUDJH LV RYHU IRU HYHU\ |
IRUHYHU\HQGSRLQW



	ADMINISTRATIVE DATA
	Type of information:
	Reliability:
	Rationale for reliability:
	Justification for type of information
	Software:
	Model (incl. version number):
	SMILES or other identifiers used as input for the model:
	Scientific validity of the (Q)SAR model:
	Applicability domain:
	Adequacy of the result:
	Attached Justification:


	DATA SOURCE
	Reference
	Title:
	Reference Type:
	Author:
	Year:
	Bibliographic source:


	MATERIALS AND METHODS
	Principles of method if other than guideline:

	RESULTS AND DISCUSSION
	Applicant's summary and conclusion
	Interpretation of results:
	Potency:
	Conclusions:


	Negative / Positive Distribution over Hazard Probability
	Prevalence Adjusted Positive / Negative Ratio
	Accuracy vs Coverage

