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Attached please find the Data Evaluation Report (DER) for the hydrolysis nfp 4
Polyxylenoltetrasulfide ( as a function‘of pH) submitted by the Akz 1 Functional Chemi
LLC. Nobe




ﬁydrolysxs of PXTS as & function ofpHand ata nominal concentration of 0.125 mg/l, was
studied. The study was conducted ﬁ)immepmdumouﬁmedmﬁmhbomorymw!
which was based on OP‘P'I‘S Guideline 835 2110 and OECD Guideline 111.

s ,‘AMWwMumdmamlehuﬁ‘wwiunmafgﬂ4(W¢W),pﬁ?@mmbuﬁm),’
- und pH 9 (borate buffer) at a temperature of 50°C for a petiod of 5 days (120 hrs). Samples of
 the test substance were analyzed at the start (0 hours) and end of the test (120 hours). Samples

- ‘;j".wmwdymﬁ”umgmpmw:mMmmmmwm«wuon

\-'!nthct@t,ﬂwmmumﬁmm)mmedwhwmmmmﬁmpﬂlmis

(4,7, and 9). The test substance was considered to be hydrolytically unstable because none of the J
test substance was detectable after 5 days (120 hours) at 50  1°C. The half-life/DTS0 (50%

ek ,mmm}ufPMmewmﬁmﬁym&mlmﬁpﬂd pH 7and pH 9.

| : 1 m tests were mnm Mm ar@mﬁm constant and half-life of the test J

: mbstamemidmbcdmm Nosupﬂmmmmmmdz&medmﬁwmdy

10 the test results, the test substance was unstable, However, the laboratory did not perform the
required wm{mﬂmfcrhydecaﬁy unsteble substances called out in 835.21 10(d)(5)(ii).

/ Therefore, while this study satisfies the guideline requirement for a preliminary hydrolysis (as a
' function of pH) study, is classified as unacceptable as a complete hydrolysis (as a function of pH)
i mdy Am&m hydrolysis study , performed according to OPP guidelines, is required to support

'RESULTS SYNOPSIS:

The procedure followed the requiremens for  preliminary tes in 835.2110(GXS)D. According 1

Half-life (unit)  Major transformation products | .
pH S <<1 year ‘none reported
pH7 <<] year mmpmed

GUIDELINE FOLLOWED:

The study was conducted following the procedures outlined mthclabormmomh

to the study report, the laboratory protocol was based on OPPTS Guideline 835 211031;&(58(39
Guideline 111.




GUIDELINE DEVIATIONS:

The procedure followed the requirements for a preliminary test in 835.2110(d){5)i). According
1o the test results, the test substance was unstable. However, the laboratory did not perform the
required additional test for hydrolytically unstable substances called out in 835.2110(d)(5)H).
The pmoimmm}ymﬁmasahydm@szs(asamgfmmm
pmtowl was then amended to include only the preliminary study.

CGMPLIANCE

L J

Signed and dated copies of the “Statement of No Data Confidentiality Clairms” and M“"Good
Laboratory Practice Compliance Statement” were provided for the study. The GLP statement
indicates that the laboratory followed both the OECD principles of good laboratory practice and
the national GLP regulations published at 40 CFR 160.

Chemical Structure: -
R =95% Methyl
x{avg)=2.8
ylavg) = 0.97 ¢
L dy "
(Radio labeling was not mentioned in study report.)
Description: Dark solid
Purity: Analytical purity: 100% Radiochemical purity:  NA*
Batch No. 1685-23 Specific activity: NA*
Lot No. 1685-25-2 Locations of the label: NA*

*Not Applicable - Test material was not radio labeled

Storage conditions of test chemicals: Ambient
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Table 11 ?ﬁ?s“@mmm

wnt;sponding temperature is for this value.

|

not reported
mtrqmm:d

»

: &df&wluumw«epmamdmmmmas described in the following table. Nons of
i chWMMmmmwom&mﬁm 111 or Table 13 of OPPTS

- §35.2110()2HINAX2). However, the pH of each buffer solution was measured using a pH
 meter with an accuracy of 0.1 pH units.

 Table2: Description of Buffer Solutions |

720 L of 0.2 N sodium acetate mixed with 3280 mL 0.2 M acetic acid__ 1

7 | 1200 mL of 0.1 N NaOH mixed with 2000 mL 0.1 M potassium dihydrogen phosphate
and 800 mlL of HPLC water

9 mmafuinmmmmmmomm:cmdmsmmm

B. EXPERIMENTAL CQNWONS
1) Preliminary Study: No preliminary studies were discussed in the study report.

2) Experimental conditions: Experimerital parameters are presented in Table 3, below.




Table 3: Experimental para:

Ihuaﬁmofthcs&udy

5 days

‘i’m cmmmnmms {mg a.i/L} concentrations in mg PXTS/L

i nominal: nominal: 0,125

| measyred: measured: 0.0961 atpH 4

: ‘ 0.129stpH 7

{ 5 0:153 atpH 9

c R :

| No, of replications Single Samples

| Preparation of | Volume used/treatment 100 mL

| test medium v

l vt ek Method of sw!ﬂmﬁm Sterile filtration

Co-solvent (typdmmnm) Acetone / less than 1%

| Test apparatus mmmm Model 1090 HPLC aqmvpad
e » with Hewlett-Packard Series 1100 Varisble
1 Wav&mwmmmamm _
Deuﬁs of m&rwmw, if any no&mpmal

Ifmtmpawexcmd tsﬁwtestsyswncwopw

isthmemymdmﬁmofmet@tmma!a&mﬁmg
tettx:waiiwfth:mtappwm"

| Experimental oonditions
A Temperature {°C)
pH

3). Supplementary Experiments: No supplementary experiments were discussed in the study

report.

4). Sampling: Sampling details are presented in Table 4, below.
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Rmptmc, gmdwnwium using HPLC with UV detection.
mtrepmmd '

-smmmamat(omnom)
mimmd
aummdms
:mtrepmted

| c ANALYTICAL mmms

= ‘Idexmﬁcatsan and quantification of the parent compound was performed using a Hewlett-Packard
* Model 1090 HPLC equipped with a Hewlett-Packard Series 1100 Variable Wavelength Detector
‘operated at 250 nm. HPLC conditions were as follows:

“ Analytical Column: Vydac 214TP Column (50 mm x 4.6 mm, S5-um particle size)
~ Guard Column: Supelco Supelguard LC-304 Column (20mm)
Stop Time: 2000 minutes
' : FlowRate: 1.000 mL/minute
: . Oven Temperature: 40.0°C
Mobile Phase: Solvent A: 40:60 Acetonitrile: NANOpure® Water
Solvent B: 95:5 Acetonitrile: NANOpure® Water
Injection Volume: 150 uL

PXTS Peak Retention Time: ~11.0 minutes
Primary Analytical Wavelength: 250 nm

* The method limit of quant;itaﬁaa‘wasset at 0.0625 mg/L, calculated as the product of the lowest
calibrated standard (1.00 mg/L) and the dilution factor of the samples (0.0625). '

Total *C was not measured.

Identification and quantification of transformation products and detection limiis for the
transformation products were not provided.




A, TES‘I‘ CQNBIT!ONS. ;

The study report did not indicate how pH stmhty, temperature and other experimental -
m&umswmmmmwmm Values for pH were presented only as integers;
imcratue was presented only as 50£1°C.

B. M&S&BALMQCE

Concentrations and Rates of Decline of PXTS are presented in Table 5, below.

Table 5: Concentrations and Rates of of PXTS

s

C. DEGRADATION OF TEST MATERIAL:

: I)eta:mmmm of potential degradants was not feasible due to the adverse influence of
extracted buffer components on the gas chromatographic conditions.

HALF-LIFE:

The half-life of PXTS at different pH values, using reverse phase, gradient elution using
HPLC with UV detection, was estimated as significantly less than one year.

D. SUPPLEMENTARY EXPERIMENT-RESULTS:

No supplementary experiments were discussed in the study report.

According to the preliminary study, the test substance was unstable. However, the laboratory
did not perform the required additional test for hydrolytically unstable substances. Therefore, the
study satisfies the requirement for a preliminary hydrolysis (as a fimction of pH) study, but is -

7 |




* classified as unacceptable as a complete hydrolysis (aa a function of pH) study. Another study,
- performed according to OPP guidelines, is required to suppori registration.

" The water solubility of the test substance was provided. However, the study report did niot

~indicate the associated temperaturs, 5o it is not known if this solubility corresponds to the test

+ . temperature of 50°C. In addition, the molar concentration of the test solution depends on whether
- the'water solubility is greater or Jess than 2x10% M, however, the units given for solubility were

. . in mase per unit yolume. The molar concentration could not be determined because the molecular

. wreight was not provided. For these reasons, the appropriate molar concentration of the test
. solution could not be verified. ‘

. 'Thelaboratory did not perform a hydrolysis test at pH 1.2 called out in 83521 10(d)(5Xid),

= ‘ ‘memadings (time and value) for temperature and pH were niot found in the study report.
The laborstory protocol calls for triplicate analysis of the test substance concentrations. Only

| jﬁmmﬁ}rﬁnﬁbmmwmmm‘ﬂm%ﬂym&h&ewﬁﬁ%efﬂwmm
Study Director, the deviation had no impact on the conclusion of the study.

1. Product Properties Test Guidelines. 1998. OPPTS 835.2110, Hydrolysis as a Function of

2. Organization for Economic Co-operation and Development. 1981, Guideline for Testing.
" of Chemicals, 111: Hydrolysis as a Function of pH.
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