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TSCA HEALTH & SAFETY STUDY COVER SHEET - revised 6/25/96
9.0 CONTINUATION SHEET

TSCA CBISTATUS:
0 CHECK IF THIS PAGE CONTAINS CONFIDENTIAL BUSINESS INFORMATION (CBI)
rmation with bracketing and check the box in the appropriate section ({J Contains CB).

Clearly mark the confidential info
CBI deleted. Mark the sanitized copy, "Public Display Copy" in the heading.
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CONTINUED FROM COVER SHEET SECTION # _2.1

i

AComains CBI

The determination of the Partition coefficient was done in a Bayer AG lab in 1991, using HPLC and in accordance
with GLP procedures. The log P (octanol/ water) = 4.2

QSAR analysis (using the EPIWIN modeling program) has shown that TCC has a BCF < 500 which would classify it
as non-bioaccumulative by the draft OECD Guideline ENV/MC/CHEM/HCL(98)15/REV2: A Harmonized Integrated
Hazard Classification System for Human Health and Environmental Effects of Chemicals; Chapter: Harmonized
system for classification of chemicals which are hazardous for the aquatic environment. r r
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DISTRIBUTION COEFFICIENT

BAYER AG , Date . July 1, 1991
2. p~D/Central Analysis study Number . A 90/0065/01 LEV
Bldg. © 13 study Director : Dr. Klein
5090 Leverkusen : Assistant = ¢ Dr. Kassiihlke
Test substance: Preventol SE powder
B Customer: Dr. A. Paetz, BALK, Lev., D 8 order Number: 90/060
Chenical name : 3,4,4‘-trichlorocarbanilide _ !
Empirical formula 1 Cy3HCLaNZO Molar mass . 315.6 g/mole
CAS nane : Urea, Nw(4—chlorophenyl)~N'—(3,4—dichloro—
phenyl) - '
CAS No. : 101-20-2
product No. . 066 111 00 Batch No. ¢ 18
Sample No. : 81733/1990 sampling date . 08.05.90
production plant + PHN plant Production date : 09.11;89
start of study . 16.05.91 Expires . 08.05.92
End of study : 21.06.91 : '
1. Description of the methods and individual results
1.1 Test . Distribution coefficient P (in n-~octancl/water)
SQP v AXX 0002202
sSOP : A 0002102 (additional information)
SQP . F¥X 0002901 (pH value)

Method

K2011-0209601-91D (HPLC assay)
Lab. Manager ’

Dr. Reusche
Dr. Klein

Result . See Lable
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. DISTRIBUTION COEFFICIENT '

BAYER AG ‘ : Date . July 1, 1991

7zF~D/Central Aralysis : study Number ; A 90/0065/01 LEV
Bldg. O 13 . study Director : Dr. Klein
5090 Leverkusen Asslistant - Dr. Kassihlke

Test .substance: Preventol SB powder

customer: Dr. A. Paetz, BALK, Lev., D 8 . Order Number: a0/0860
Rasult
Test pH value Volume ' concentration =~ Dist. coeff.
No. of water Octanol Water Qctanol Water Indiv.. Mean

phase " Phase phase phase phase

{ml) {ml) (mg/ml) {mg/ml)

ila 5.6 5.0 245.0 2.0 125%*107% 16000
1ib 5.6 5.0 245.0 2.0 104+*10°% 19231 17616
2a 5.6 10.0 240.0 1.0 59+%107% 16943 _
2b 5.6 10.0 240.0 1.0 61*107% 16393 16671
3a 5.6 20.0 230.0 0.5 38*107% 13158
3b 5.6 20.0 230.0 0.5 29%10"® 17241 15200

Quantity of test substance used : 10.00 mg/batch

Test temperature ", 22.6 °C £ 1 °C
pH of water s 6.1
pistribution coefficient P ' 1.6%10¢

log P v 4.2

Sp (abs. standard deviation) : 2%10°
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BAYER AG LEUERKUSEN

Final Report

DISTRIBUTION COEFFICIENT

ta . PaEmTE T

r

BAYER AG. pate
ZF*D/Cen&ral Analysis ‘Study Number
pldg. O 43 ' study Director :

5090 Leverkusen Assistant

+49 214 3PS57E7
Page§3 of 3 .

4
]
July 1, 1991
A 90/0065/%1L LEV
Dr. Klein
Dr. Kasstihlke

Test substance: Preventol SB powder

customer: Dr. A. Paetz, BALK. Lev., D 8

Order Number:: 90/060

2. assessment and commeants
i

\]

3. Q§claration
b

Good Laboratory Practice (GLP).

4. Archiving

- The raw data have been exanined and archived.

i o

The study was conducted according to the OECD princfples of

The study protocol and the other test documentation are

filed in the archive of zF-DZA/ORL,
Bldg. O 13.

N
T

Leverkusen, July 1, 1991 study director

Laboratory director @

BAYER AG Leverkusen,

: (signed)

(signed), 01.10.91

(Dr . Reusche)
Enclosures: Declaration of the Quality Assurance Unit (QAU)
Copies to: Dr. A. Paetz, Bayer Altstoffkommission LEV, Bldg. D 8

Archive '
Head of Test Centre
QAU

7 F-DZA Koordination Alt- und Neustoffanalytik

Bldg. O 18

Dr. Winkler, oC-P/PHN LEV,
Dr. Neuhahn, oc-p/Oek LEV, Bldg. G 19
Dr. Klein .

GESAMT SEITEN @5
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BAYER AG LEVERKUSEN | 449 214 Swodeor weow
e BAYER ARG ' o - Enclosure 1 TO
" Z2E-D/Central Analysis Leverkusen/OAL rinal Report
Bldg. 0 13 ‘ ' : page 1 of 1

5000 Leverkusen 1

Quelity assurance declaration for Final Report

study No. oOr order No.: A90/0065/01 LEV : ,
Title of GLP study: pistribution coefficient of preventol SB powder

This GLP study was continuously’monitored py Quality Assurance. The
dates of inspection and the dates of the reparts t+o the Head of the
Test Centre and Lo the Study Director are listed below. :

Inspection - Report
(hate} {Date)
14.05.91 14.05.91 g
17.06.91 17.06.91
07.10.91 07.10.91

14.10.91 ' 14.10.21

The results presented in the Final Report of thig study were
checkedAaccording to zurrent SOps/Analysis Methods. To the best of
our knowledge, they correspond to the available raw data.

Quality Assurance:

_.-..__....—--—--—.—..._.a -.——...._—-—-.—.-—-__....-..—_

(Date) ( WILLERS )
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SMILES : O=C(Nec(cce{cl)CL)cel)Ne{ccc{c2CL)CL)c2
CHEM Urea, N-(4-chlorophenyl)-N'~(3,4- dlchlorophenyl)-
000101-20-2
MOL FOR: C13 H9 CL3 N2 Gl o I
MOL WT : 315.59 .
—————————————————— '————ﬁvaPI SUMMARY (V3 04) ————-m o -
Physgical Property Inputs:
Water Solubility (mg/L):  ------
Vapor Pressure .(mm Hg) :  ------ - - :
Henry LC (atm-m3/mole) :  --=---- - - -
Log Kow (octanol-water): 4.20
Boiling Point (deg C) : e
Melting Point (deg C) :  -=-=---

Log Octanol-Water Partition Coef (SRQC):
Log Kow (KOWWIN v1.65 estimate) = 4.90

Boiling Pt, Melting Pt, Vapor Pressure Estlmatlons
(MPBPWIN wv1.31): -

Boiling Pt (deg C): 434.57 (Adapted Stein & Brown method)
Melting Pt (deg C): 182.04 (Mean or Weighted MP) .
VP (mm Hg,25 deg C): 2.73E-008 (Modified Grain method)

Water Solubility Estinmate from Log Kow (WSKOW v1.36):
Water Solubility at 25 deg C (mg/L): 2.575
log Kow used: 4.20 (user entered)
no-melting pt eguation used

ECOSAR Class Program (ECOSAR v0.99%e):
Class(es) found: - . o
Neutral Organics T
Ureas (substituted)

Henrys Law Constant (25 deg C) [HENRYWIN v3.04]:

Bond Method : 4.52E-011 atm-m3/mcle

Group Method: Incomplete .- -
Henrys LC [VP/WSol estimate using EPI valucs] 4.402E-009 atm-
m3/mole

Probability of Rapid Biodegradation (BIOWIN v3 67)

Linear Model . St 0.0500. T
Non-Linear Model oo 0.0005
Bxpert Survey Biodegradation Results:
_Ultimate Suxvey Model: 1.8820 (months )

Primary Survey Model : 2.8964 (weeks )



Atmospheric Oxidation (25 deg C) fAopWin v1.89]: I -
Hydroxyl Radicals Reaction: '

OVERALL OH Rate Constant = 21.2164 E-12 cm3/molecule-sec . : s
Half-Life = 0.504 Days (12-hr day; 1.5E6 OH/cm3) T

Half-Life = 6.050 Hrs
Ozone Reaction: . _ - ) - o
No Ozone Reaction Estimation - : - -

Soil Adsorption Coefficien* (PCKOCWIN v1.66): o -
Koc : 5394 , : , -
Log Koc: 3.732

Aqueous Base/Acid-Catalyzed Hydrolysis (25 deg C)
[HYDROWIN v1.67]:
Rate constants can NOT be estimated for this structurel o

BCF Estimate from Log Kow (BCFWIN v2.13):
Log BCF = 2.534 (BCF = 342)
log Kow used: 4.20 (user entered)

Volatilization from Water: : A )
Henry LC: 4.52E-011 atm-m3/mole (estimated by Bond SAR . .

Method)
Half-Life from Model River: 2.301E+007 hours (9.588E+005 B

days)
Half-Life from Model Lake : 2.51E+008 hours (1.046E+007

days)

Removal In Wastewater Treatment: A )

Total removal: 39.94 percent : =
Total biodegradation:. .. 0.40  percent = =
Total sludge adsorption: 39.54 percent = =
Total to Air: - 0.00 . percent = -

Level III Fugacity Model: : Lo

Concentration Half-Life . Emissions - =
) (percent) (hr) (kg/hr) o e
Air 0.000727 12.1 1000 - Lo - o
Water . 14.9 1.44e+003. 1000 ' ' ;
Soil 80.6 1.44e+003 1000 . o e

Sediment 4.5 5.76e+003 o L . o
Persistence Time: 1.63e+003 hr . o
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