SM LES : clccc(ccl)c2cec(cc2)CC
CHEM
MOL FOR Cl4 H14
MOL WI : 182.27
--------------------------------- BCFBAF v3.01 -----------mmmmmem oo
Summary Resul ts:
Log BCF (regression-based estimate): 2.83 (BCF = 678 L/kg wet-wt)
Bi otransformation Half-Life (days) : 6.58 (normalized to 10 g fish)
Log BAF (Arnot-CGobas upper trophic): 2.65 (BAF = 451 L/kg wet-wt)

Experi nental BCF-kM Dat abase Structure Match:

Nane :  4-Et hyl bi phenyl

CAS Num : 005707-44-8

Log BCF . 2.8241 (BCF = 667 L/ kg wet-w)
BCF Data : BCF Nonlonic Training Set

Log Bio H.: 0.064 (Bio Half-life = 1.16 days)
Bio Data : kM Training Set

Log Kow (experinental): not avail able from dat abase
Log Kow used by BCF estimates: 4.80

Equati on Used to Make BCF esti nate:
Log BCF = 0.6598 | og Kow - 0.333 + Correction

Correction(s): Val ue
No Applicable Correction Factors

Estimated Log BCF = 2.831 (BCF = 677.6 L/ kg wet-w)

Whol e Body Primary Biotransformation Rate Estimate for Fish:

------ L L L T gy
TYPE | NUM | LOG Bl OTRANSFORVATI ON FRAGVENT DESCRI PTION | COEFF | VALUE
------ L L L T gy
Frag | 1 | Alkyl substituent on aromatic ring | 0.1781 | 0.1781
Frag | 1 | Unsubstituted phenyl group (C6H5-) | -0.6032 | -0.6032
Frag | 1 | Aromatic-CH2 | -0.3365 | -0.3365
Frag | 9 | Aronatic-H | 0.2664 | 2.3974
Frag | 1 | Methyl [-CH3] | 0.2451 | 0.2451
Frag | 1 | Biphenyl | -0.5319 | -0.5319
L Kowyw * | Log Kow= 4.80 (KowWn estinate) | 0.3073 | 1.4738
MIW]| * | Mblecular Wight Paraneter | | -0.4674
Const| * | Equation Constant | | -1.5058
sl e s ey el e

RESULT | LOG Bio Hal f-Life (days) | | 0.8183

RESULT | Bi o Hal f-Life (days) | 6. 581

NOTE | Bio Half-Life Normalized to 10 g fish at 15 deg C |
sl e s ey el e

Bi otransformati on Rate Constant:

kM (Rate Constant): 0.1053 /day (10 gramfish)
kM (Rate Constant): 0.05923 /day (100 gram fi sh)
kM (Rate Constant): 0.03331 /day (1 kg fish)

kM (Rate Constant): 0.01873 /day (10 kg fish)

Not e: For Arnot-Gobas BCF & BAF Met hods, Experinental Km Half-Life Used:
Exp KmHalf-Life = 0.064 days (Rate Constant = 0.5982/ day)

Ar not - Gobas BCF & BAF Met hods (i ncluding biotransformation rate estimates):
Esti mated Log BCF (upper trophic) 2.653 (BCF = 449.4 L/kg wet-wt)
Esti mated Log BAF (upper trophic) 2.655 (BAF = 451.4 L/kg wet-wt)
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Estimated Log BCF (m d trophic) = 2.759 (BCF = 573.9 L/kg wet-w)
Estimated Log BAF (m d trophic) = 2.779 (BAF = 601.6 L/ kg wet-w)
Estinmated Log BCF (lower trophic) = 2.786 (BCF = 611.3 L/kg wet-wt)
Estinated Log BAF (lower trophic) = 2.863 (BAF = 729.7 L/kg wet-wt)

Arnot - Gobas BCF & BAF Met hods (assuming a biotransformation rate of zero):
Esti mated Log BCF (upper trophic) = 3.738 (BCF = 5468 L/ kg wet-w)
Esti mated Log BAF (upper trophic) = 4.689 (BAF = 4.883e+004 L/ kg wet-w)

SM LES : clccc(ccl)C

CHEM

MOL FOR C7 H8

MOL WI : 92.14

--------------------------------- BCFBAF v3.01 -----------mmmm e -

Summary Resul ts:
Log BCF (regression-based estinmate): 1.47 (BCF = 29.4 L/kg wet-w)
Bi otransformation Half-Life (days) : 0.287 (nornmalized to 10 g fish)
Log BAF (Arnot-CGobas upper trophic): 1.58 (BAF = 37.8 L/kg wet-wt)

Experi nental BCF-kM Dat abase Structure Match:

Nane :  Benzene, nethyl -

CAS Num : 000108-88-3

Log BCF : 0.92 (BCF = 8.32 L/kg wet-wt)
BCF Data : BCF Validation Set

Log Bio HL: ---

Bio Data : ---

Log Kow (experinental): 2.73
Log Kow used by BCF estimates: 2.73

Equati on Used to Make BCF esti nate:
Log BCF = 0.6598 | og Kow - 0.333 + Correction

Correction(s): Val ue
No Applicable Correction Factors

Estimated Log BCF = 1.468 (BCF = 29.39 L/kg wet-w)

Whol e Body Primary Biotransfornmati on Rate Estimate for Fish:

------ e ey
TYPE | NUM | LOG Bl OTRANSFORMATI ON FRAGVENT DESCRI PTION | COEFF | VALUE
------ e ey
Frag | 1 | Alkyl substituent on aromatic ring | 0.1781 | 0.1781
Frag | 1 | Unsubstituted phenyl group (C6H5-) | -0.6032 | -0.6032
Frag | 1 | Aronmatic-CH3 | -0.0872 | -0.0872
Frag | 5 | Aronatic-H | 0.2664 | 1.3319
Frag | 1 | Benzene | -0.4277 | -0.4277
L Kow * | Log Kow = 2. 73 (experinental ) | 0.3073 | 0.8390
MIW]| * | Mbdlecular Wight Paraneter | | -0.2363
Const| * | Equation Constant | | -1.5058
el e s el o ——j—_ - pu o ——(—(——

RESULT | LOG Bio Hal f-Life (days) | | -0.5424

RESULT | Bio Hal f-Life (days) | | 0.2868

NOTE | Bio Half-Life Normalized to 10 g fish at 15 deg C |
sl e s ey el e
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Bi otransformati on Rate Constant:

kM (Rate Constant): 2.417 /day (10 gram fish)
kM (Rate Constant): 1.359 /day (100 gramfi sh)
kM (Rate Constant): 0.7643 /day (1 kg fish)
kM (Rate Constant): 0.4298 /day (10 kg fish)

Ar not - Gobas BCF & BAF Met hods (i ncluding biotransformation rate estimates):

Esti mated Log BCF (upper trophic) = 1.577 (BCF = 37.79 L/kg wet-w)
Esti mated Log BAF (upper trophic) = 1.577 (BAF = 37.79 L/kg wet-w)
Estimated Log BCF (md trophic) = 1.479 (BCF = 30.13 L/kg wet-w)
Estimated Log BAF (m d trophic) = 1.479 (BAF = 30.14 L/ kg wet-w)
Estimated Log BCF (|l ower trophic) = 1.441 (BCF = 27.58 L/kg wet-w)
Esti mated Log BAF (lower trophic) = 1.441 (BAF = 27.6 L/ kg wet-w)

Arnot - Gobas BCF & BAF Met hods (assunming a biotransformation rate of zero):
Estimated Log BCF (upper trophic) = 1.765 (BCF = 58.23 L/kg wet-wt)
Estinmated Log BAF (upper trophic) = 1.798 (BAF = 62.87 L/kg wet-wt)

SMLES : CCC(C)CC(C) (CC)clce(Br)c(Occl

CHEM

MOL FOR C15 H23 Brl O1

MOL WI . 299. 25

--------------------------------- BCFBAF v3.01 -----------mmmmm e -

Summary Resul ts:
Log BCF (regression-based estinate): 4.08 (BCF = 1.21e+004 L/kg wet-wt)
Bi otransfornmation Half-Life (days) : 4.09 (normalized to 10 g fish)
Log BAF (Arnot-Gobas upper trophic): 3.56 (BAF = 3.61e+003 L/kg wet-wt)

Log Kow (experinental): not avail able from database
Log Kow used by BCF estimates: 6.69

Equati on Used to Make BCF esti nate:
Log BCF = 0.6598 | og Kow - 0.333 + Correction

Correction(s): Val ue
No Applicable Correction Factors

Estinmated Log BCF = 4.084 (BCF = 1.213e+004 L/ kg wet-wt)

Whol e Body Primary Biotransfornmati on Rate Estimate for Fish:

------ e ey
TYPE | NUM | LOG Bl OTRANSFORMATI ON FRAGVENT DESCRI PTION | COEFF | VALUE
------ e ey
Frag | 1 | Aromatic alcohol [-OH| | -0.4727 | -0.4727
Frag | 1 | Aromatic brom de [-Br] | 0.3964 | 0.3964
Frag | 1 | Carbon with 4 single bonds & no hydrogens | -0.2984 | -0.2984
Frag | 3 | Aronatic-H | 0.2664 | 0.7991
Frag | 4 | Methyl [-CH3] | 0.2451 | 0.9804
Frag | 3 | -CH2- [linear] | 0.0242 | 0.0726
Frag | 1 | -CH [l1inear] | -0.1912 | -0.1912
Frag | 1 | Benzene | -0.4277 | -0.4277
L Kow * | Log Kow = 6. 69 (KowwWn estinate) | 0.3073 | 2.0574
MIW]| * | Mblecular Wight Paraneter | | -0.7674
Const| * | Equation Constant | | -1.5058
sl e s ey el e
RESULT | LOG Bio Hal f-Life (days) | | 0.6113
RESULT | Bio Hal f-Life (days) | | 4. 086
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NOTE | Bio Half-Life Normalized to 10 g fish at 15 deg C |

Bi otransformati on Rate Constant:

kM (Rate Constant): 0.1696 /day (10 gramfish)
kM (Rate Constant): 0.09539 /day (100 gram fi sh)
kM (Rate Constant): 0.05364 /day (1 kg fish)

kM (Rate Constant): 0.03016 /day (10 kg fish)

Ar not - Gobas BCF & BAF Met hods (i ncluding biotransformation rate estimates):

Esti mated Log BCF (upper trophic) = 2.907 (BCF = 806.4 L/kg wet-w)
Esti mated Log BAF (upper trophic) = 3.558 (BAF = 3613 L/kg wet-w)
Estimated Log BCF (md trophic) = 3.046 (BCF = 1113 L/kg wet-wt)
Estimated Log BAF (m d trophic) = 4.139 (BAF = 1.377e+004 L/ kg wet-wt)
Estimated Log BCF (lower trophic) = 3.089 (BCF = 1227 L/ kg wet-w)
Estinmated Log BAF (lower trophic) = 4.497 (BAF = 3.139e+004 L/ kg wet-w)
Arnot - Gobas BCF & BAF Met hods (assunming a biotransformation rate of zero):
Estimated Log BCF (upper trophic) = 4.210 (BCF = 1.621e+004 L/ kg wet-w)
Esti mated Log BAF (upper trophic) = 6.958 (BAF = 9.082e+006 L/ kg wet-w)
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