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1) J. Tunkel et al., Environ. Toxicol. Chem. 19 (2000) 2478.
2) J. Jaworska et al., SAR QSAR Environ. Res. 13 (2002) 323.
3) N. H. Dimitrova et. al, SAR QSAR Environ. Res. 28 (2017) 511.
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LB OEGA., Rk S5E K. HEitt S
DEEZIZLIYVEINEZETIVIZEY 3 , I
logBCFZHE H. :

® Baseline Model® 1 -y
logPowZECiR FEL - R B ZRT Y/ Arnot-Gobas (k)
5. logBCF (B AfE) % M i, logBCF : e B

(RKE) DR FHAXDEER 0

(kB DIE T EMIE LIogBCF 0 2 4 6 L8 0 12 W
(HEE)ZHEH, . £ & EQSARDIogP-logBCF DR

_______________________________________________________________

. EEOBIRIZHL TlogPAbR sH1=logBCF i,
1) W. M. Meylan et al., Environ. Toxicol. Chem. 18 (1999) 664.  : Arnot-GobasETJUIE. RBDELEMNELS M.

2) S. Dimitrov et al., SAR QSAR Environ. Res. 16 (2005) 31. . Baseline modellE. X#. 5 FU 14X, fREEEDTE i
3) J. Arnot and F. Gobas, @SAR Comb. Sci. 22 (2003) 337. L RELBI AN, '

. Baseline modelBCF &, RO EAKE RIS |
 n3WANS<. BOFBAFOBOF&YMECFMENS |
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. 5 £Q0SARDIEE R

. EREQSARDIEEZE

BO TR R 1T BCF=1000% A BCF <1000 il
E£EY | BREE | EEgN | BRER E£EY | BREE | g | BRER
BIOWINS 91% 9% 53% 48%| |BCFBAF 27% 73% 95% 5%
BIOWING 90% 10% 58% 42%| |Arnot-Gobas 37% 63% 96% 4%
CATALOGIC 94% 6% 17% 23%| |Baseline model 43% 57% 93% 7%
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BIOWINS. BIOWING DI s E

(B! Bic Results O 4
Print SaveResulis Copy Remowve Window Help
—————— e e e e e e e e pA
TYPE | NUM | Biowinh FRAGMEWT DESCRIPTION | COEFF | WALLE
—————— A R R A A e e R A e A A Al
Fraz | 2 | Aromatic chloride [-CL] | -0.0392 | -0.0783
Frag | & | Aromatic-H | 0.0004 | 0.0032
Molt| * | Molecular Weight Parameter | | -0.3518
Comst| * | Equation Constant | | 0.5544
D T A ===

RESUT | Biowir (MITI Linear Biodes Probability) | 0.1274 =" BIOWII
T T e T L T S T e T T S S S T T T T T T T T T T T T e s T e T ST T T T T s (0.5*
—————— s et e S T T T —C‘:Eﬁéj\
TYPE | NUM | Biowint FRAGMENT DESCRIPTION | COEFF | WALUE 5ﬁ“)
—————— e i it e ”
Fraz | 2 | Aromatic chloride [-CL] | -0.7609 | -1.5218
Frag | & | Aromatic-H | 0.0342 | 0.273%
Molt| * | Molecular Weight Parameter | | -3.8097
L L L T e e L L S S L S S S L L S L S S e T T T s s e BIOWI

RESULT  |BiowirB (MITI Mon-Lirear Biodez Probability)| | 0.0309 |==—b
e e === (0'5$
b Probabil ity Greater Th Faual to 0.5 indicates --» Readilv D dab | -(Fgaif}

v Greater Than or Egual to 0.5 indicates eadilv Degradakble :

A Probabil ity Less Than 0.% indicates --» NOT Readilw Degradable iﬂﬂ)

N5
AN
FETE

N6
$-1AN0D)
MR

nite
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"~ BOFBAF. Arnot-Gobs model D His R

Nite

|B} BCFBAF Results

Print  Save Results Copy Remove Window Help

————————————————————————————————— BOFBAF 301 -
S e Feopy [ £

Log BCF (rezression-based estimate): 3.70 (BOF = 5.06e+003 L/ke wet-wt) §

O

X

» BCFBAF®D FHIF5ER:

TOTransT ormat 1on TalT LITe Loaval & (1.0  Lhormalized 10 10 & Tisn)
Log BAF (Arnot-Gobas upper trophic): 4.8% (BAF = 7.1e+004 Like wet-wt)

Log Kow (estimated) : 5.05
Log Kow (experimental): 5.23
Loz Kow used by BCF estimates: 5,23

Fauation Used to Make BOF estimate:
Loz BCF = 0.6598 log Kow - 0.333 + Correction

Correction(s): Yalue
Multi-halogerated biphery | /FAH 0,586

Estimated Log BCF = 3.704 (BCF = 5055 L/ke wet-wt)

—————— e
TYPE | MUM | LOG BIOTRANSFORMATION FRAGMEMT DESCRIPTIONW | COEFF | WALUE
—————— B e e R
Fraz | 2 | Aromatic chloride [-CL] | 0.3778 | 0.7557
Frag | 8 | Aromatic-H | 0.2684 | 2.1310
Fraz | 1 | Birhenvl | -0.5319 | -0.5319
L Kowl * | Log Kow = 5.23 (experimental ) | 0.3073 | 1.8074
MolWt| * | Molecular Weight Parameter | | -0.5721
Const] #* | Eauation Constant | | -1.5371
S CICCCCCCC4CICICCICCICCCICCICCICICCICCICCCICCICCCICCICZCICZICCCZCCZC-C-ICZCZCZZCZIZ4C--CZ-C-ZZZZ4Z-Z-ZZZZZZ:Z

RESULT | LOG Bio Half-Life (davs) | | 1.8530

RESULT | Bio Half-Life (davs) | | 71.29

NOTE | Bio Half-Life Mormalized to 10 g fish at 15 des C
CCoCCCCCCCCCC4CCC oo CCCCoCCCCCoCCCCCCCoCCCCCoCDCCCoCCoCDoCCoDDoocH=ZzZzZDzZZzZZzH4=zZzZzZzZzZzZcDzo:o

Biotransformat ion Rate Constant:

kM (Rate Constant): 0.009724 /day €10 gram fish)
kM (Rate Constant): 0.00546% /day (100 gram fish)
kM (Rate Constant): 0.003075 Aday (1 kg fish)

kM (Rate Constant): 0.001729 Aday (10 kg fish)

brnot -Gobas BCF & BAF Methods (including biot ransformation rate estimates):
Estimated Log BCF (upper trophic) 3.911 (BCF = 8140 Like wet-wt)

Estimated Loz BAF (upper trochic) = 4.851 (BAF = 7.096e+004 L/ke wet-wt)
Estimated Loz BCF (mid trophic) = 3.876 (BCF = 7522 LAz wet-wt)
Fst imated | o BAF (nid froghic) = 4 529 [(RAF = 3 38104 | Jk

| Estimated Log BCF (lower trophic) = 3.851 (BCF = 7100 L/ke wet-wt)
EstiMated LOE DB LIOWer Lropnics = 3.871 LBAN - £.0409e7004 L7ke mwet-wt)

logBCF=3.70
BCF=5060

—

Arnot-Gobas 7 /L

DT AIFEE:
" 0gBCF=3.851
BCF=7100

19



