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AOPWIN : estimates atmospheric oxidation rates

BCFWIN - estimates bioconcentration factor (BCF)

BIOHCWIN - estimates biodegradation of hydrocarbons

BIOWIN - estimates biodegradation probability

ECOSAR - estimates aquatic toxicity (LD50, LC50)

HENRYWIN - estimates Henry'law constant

HYDROWIN - estimates aqueous hydrolysis rates (acid-,

base-catalyzed)

KOAWIN - estimates octanol-air partition coefficient

KOWWIN - estimates octanol-water partition coefficient

MPBPWIN - estimates melting pt, boiling pt, and vapor

pressure

PCKOCWIN - estimates soil sorption coefficient (Koc)

WSKOWWIN - estimates water solubility (from log Pow)

WATERNT - estimates water solubility (using atom-fragment

methodology)
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KAREHHEE]
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r. Ref: PICKRELL.JA ET AL. (1883)

Program (ECOSAR +0.80k):
| Herry= Lan Constant (25 deg C) [HENRYHIN +3.101:
9,20E-005  atmemdmole
4E-005 at le
7 atmad/mle < A —EH(EAIE]

Exper Dat
Herys L [VP/RSo) estimite using EP] values]: 6.267E-004 ato-md/mole ——— A~ 1 —#[#E(E])

t (25 deg ) [KOAMIN V1
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ﬂ Probabi | ity of Rapid Biodegradat ion (BIOIN w4.10):

Biowinl (Lirear Mode|) ¢ 1017
] Biewin? (Non-Lirear Model) : 0,9909

Expert Survey Biodesradat ion Results:
Biowind (Ultimate Survey Model): 31551 (weeks )
Biowind (Primary Survey Medel) 40011 (davs ) o o

MITI Biodegradat icn Prebabi | itv: < ERRIE
Tiow! : ; o
L\ow!n‘J (MIT1 L-ﬁeaf Model ) s 1.0342 XBiowin[ 17 [XEH B 5 DB L DR,

Biowird (MITI Mon-Lirear Model):  0.9879
HMraerchic Biodegradat ion Probability:

Biowinl (Anaercbic Lirear Model): 0.9587
Ready Biodegradahility Prediction: YES <

SO RN R DHIMT
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Hydrocarbon Biodegradat ion (BicHOwin v1.01):
Structure incompat ible with current estimat ion method!

Sorption to aercsols (25 Dec CHLAERDWIN +1.00]: .
Vapor pressure (liouid/subeooled): 6. 19E+005 Fa (3.39E+003 mm Hg)
Log Koa (Koawin est ): 5.211

Fo (rarticle/zas partition \.ch (m3/uz)):
Mackay medel 5, 78E-012
Octanol fair (Kou) model: 3 99E-008

Fraction sorbed to alrborre particulates (phi):

Jurge-Parken mode| 1 2.09E-010
Mackay model 1 4,B63E-010
Octanolfair (Koa) model:  3.19E-006
Mmispheric Oxidation (25 des ) [Aoelin v1.52]: < KEHFTOSTHILRIGRE

Hydrowy| Radicals Reaction:
(WERALL [H Rate Corstant = 8.1300 E-12 omd/malecule-sec
Half-Life = 1.316 Days (12-hr day; 1,566 [H/em3)
Half-Life = 15.787 Hrs
Ozone Reacticn:
No (zore Reaction Ectimat ion
Fractien sorbed to airborre particulates (ehi): 3.36E-010 (hunse,Mackay)
Hote: the sorbed fraction mav be resistant to atmospheric oxidation

Soil Adsoretion Coefficient (PCKOCHIN v1.66): <& TIRRE R

oc :
Log Koc: 0,000

Maueous Base/Acid-Catalvzed Hudrolysis (05 deg C) [HYDROWIN +1,670:
Rate constants can NOT be estimated for this structure!

Bicaccumulat ion Estimates from Log Wow (BCFWIN +2.17):

Log BCF from regression-based methad = 0.500 (BCF = 3.162) < EYiRiEHRS (BCP) [EiRE])
log Kow used: 0,35 (expkon database) KEAMEERHSN TG, BHShTLDDIE—EF
Volatilization from Hater: P DPEDHT, BEZAFRIEI =27 LOBDH
Henry LGt 2.37E-007 ateend/mole (Henry exerimertal database) RS AEIOES - 3
Half-Life from Mods| River: 9526 hours (39,69 daye)

Half-Life from Mode| Lake : 1.044E+004 hours (4349 davs)
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(KOWWIN, BCFWIN), 4t (BIOWIN) (25T, #EE & HER A IEIZ OV TRRAT
T2,

OKOWWIN

K[E EPA @ EPI suite TiX, AbaY (AHEEFR(LEY . ARELEDET) x5
L LT, UFORKITESNT logPow (Pow : A7 # J — )L — Koy EclR%Er) OHERAE 2 FH
LTW5,

logPow = > (fn) + > (cn) + 0.229
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9777 A MNEBEIL, ALFWEOTFEE A ERIISFILIZ DO TH D, £2T7 T
A NEBITERTORFEEORYOREATEE LI DO THY . CHON,S &
7w 4 F(F,CLBr,DDFF 9 Ik L CTED LTV 5, MEFREE 1T, SCiRiEIC X 54
HAEROKFRE A, MHEMEIC L 2L ER L ERT, RICEHN 220 L 20
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EHIT, (2 & o T logPow AT DAL AW OV T, L FOMERZ AV CH
HLU7=5 M1 L ADLSEH LEHEANZIE-HTDHE LTS,

logPow corrected = logPow pH + log(1+10pH-pKa)

@BCFWIN
K[E EPA @ EPI suite Ti&, BCF#RMEZLLTOLHIICLTHEHLTWS, /FBZZT
=0 A A UFREEMEYE & 1%, Carboxylic acid (7 /V7R U #8) . Sulfonic acid (A/L7R E) |
Sodium, potassium, and salts of sulfonic acid (A /LR N U T A B U 7 A D),
& % X Compounds having a nitrogen with +5 valence (e.g. quaternary ammoniums)
(EBIERT =T LD X ) IR+5 MiDER L AT 2B THLEERINLTVD

A T R E
log BCF = 0.77log Pow -0.70 + Sum F(@) (log Pow 1.0 to 7.0)
log BCF = -1.37logPow +14.4 + SumF@G (log Pow > 7.0)
log BCF = 0.50 (log Pow < 1.0)

(FQ) : #1E LOMIERED)

A T RBEEYE
log BCF = 050 (og Kow <5.0)
logBCF = 0.75  (log Kow 5.0t0 6.0)
log BCF = 1.75  (log Kow 6.0to 7.0)
log BCF = 1.00 (log Kow 7.0to 9.0)
logBCF = 050 (og Kow >9.0)
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BWEINTVD, Zhvbix, OECD 7 A A K74 2 301C IEORBRSGIETICBIT 5
L2 E OOy ftE % T+ 2 L D Th 5, OECD301 k1%, bEWE & iR MEMAEY DR
B EZ RN L TR B W T, AMbrr g Zisk & (BOD) 23HlE S, 4 #EH
% BOD 3 fREEDS 60%LA & 70D Z L3, BOftEDEHEL ST b, KET LD THI
X, ORI TR L I D MENEFEN2EE LTHAISD, £72, GHS T
t, BIOWINS 35 & O BIOWING % HW\ Ty %, LU IZ BIOWIN (23817 2 #ERE R H 51AIC
DWTHEITT 5,
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BIOWING (3 HAD MITI IZ8) 2 IHMEO TRET LV Th D, k1% BIOWINS &
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exp(a,+a, f, +a, f,+ - - - +a f +a MW)

YJ - - e e e e (18)
l+exp(a,+a, f,+a,f,+ - « « +a f +a, MW)
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