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XDE 729 Methyl (Halauxifen-methyl)

B.2

B.2.1

PHYSICAL AND CHEMICAL PROPERTIES

3
Volume 3, Annex B.2

Physical and chemical properties of the active substance (XDE-729 methyl ester)

Table B.2.1 Summary of the physical and chemical properties of the active substance (studlegﬁmere completed to an acceptable standard and

results were considered to be valid unless specified otherwise) 6\0
{:"\"Q

section study purity method results & Comment/GLP (Y/N) reference
(Annex ;§
point) .;)SQ’
B.2.1.1 Melting point Pure EEC method A 145.5°C Qg?) No comment/GLP-Yes FAPC-G-10-84;
(NA 2.1) Active 1(Differential & Frank, A.

Ingredie | Scanning &

nt - Calorimetry) &

TSNO031 S

117- &

0005; &

99.1% <
B.2.1.2 Boiling point Pure EEC method A 2 Decompog& before boiling No comment/GLP-Yes FAPC-G-10-84;
(1A 2.1) Active > Frank, A.

Ingredie &

nt- &

TSN031 &

117- o

0005; R

99.1% N
B.2.1.3 Temperature of Pure EEC Method Al@"v 221.06°C No comment/GLP-Yes FAPC-G-10-84;
(NA2.1) decomposition or Active (Differential o Frank, A.

sublimation Ingredie | Scanning &

nt - Calonmet@?j

TSNO31 &

117- o

0005; &

99.1% &

S
boc?
L
N
§®
Q.
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XDE 729 Methyl (Halauxifen-methyl) Volume 3, Annex B.2 £
N
®)
section study purity method results @mment/G LP (Y/N) reference
(Annex QZ,Q
point) N
B.2.1.4 Relative density Pure EEC method A 3 1.5057 g/cm® at 20.1 °C @bu Determined at 20.1°C NAFST-10-246;
(A 2.2) Active (Pycnometer ,\r§ GLP-Yes Elliott, T.
Ingredie | methods) o>
nt - 6;0
TSNO031 §°
117- $
0005: =
<l
99.1% &
B.2.1.5 Vapour pressure Pure EEC method A 4 1.5x 10° Paat 25°C (1.1 x40~ mm Hg) Determined at 25°C NAFST-10-92;
(1A 2.3) Active | (Effusion method: | and 5.9 x 10 Pa at 20°Cs(4.4 x 10™ mm Hg). | GLP-Yes Turner, B.
Ingredie | Vapour pressure O\r’v‘\ Since vp is <0.0001Pa. Very
nt - balance) QOJ slightly volatile
TSNO31 (bb\
117- @’\Q’
0005; &Q
99.1% S
B.2.1.6 Volatility, Henry's Calculat | Not relevant Unbuffe(gﬁi’pH =1.11 x 10° Pa m*/mol GLP-Yes NAFST-11-115;
(NA2.3) law constant ion pH 5 :Qa,?gg x 10 Pa m*/mol <1E-5 very slightly volatile | Jones, J.
pH 7&£1.22 x 10°° Pa m*/mol
pH® = 1.20 x 10° Pa m*mol
rgé’alculated from water solubility and vp (units
4PPa m3 mol-1)
. : <
B“i‘}éﬁ At\ptpearance. physical Pure Ocular Qiz,\\o Pure Active Ingredient - White powder at No comment/GLP-Yes FAPC-G-10-84;
(I1A2.4) | state Active & | 242°C Frank, A.
And Appearance: colour Inaredi 2
gredie O
B.2.1.8 nt - K
117- &
0005; 5
99.1% &
X
@@(\
bo()
&
N
6.
s
&
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section
(Annex
point)

study

purity

method

results

Eomment/GLP (Y/N)
Q
P

reference

Technic
al Grade
Active
Ingredie
nt —
TSNO31
117-
0006;
95.1%

Ocular

D
<
~O

Technical Grade Active Ingredient — Off—w@te
powder at 23.8°C &

No comment/GLP-Yes

FAPC-G-10-83;
Frank A.

B.2.1.9
(1A 2.4)

Appearance: odour

Pure
Active
Ingredie
nt -
TSNO031
117-
0005;
99.1%

Olfactory

Technic
al Grade
Active
Ingredie
nt —
TSNO031
117-
0006;
95.1%

<
4
@
N4
A(b
3

4
Mild <

No comment/GLP-Yes

g

FAPC-G-10-84;
Frank, A.

FAPC-G-10-83;
Frank, A.

B.2.1.10
(I1A 2.5)

Spectra: UV/VIS

Pure
Active
Ingredie
nt -
TSNO031
117-
0005;

99.1% |

OPPTS &
830.7050/g€CD101
&N

A max, nm
Neutral: 212,249
Acidic: 215, 256
Basic: 212, 247

See molecular extinction (below) for
coefficient at 290nm.

Determined at 25 + 0.5°C
GLP-Yes

NAFST-10-316;
Habeeb, S.
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XDE 729 Methyl (Halauxifen-methyl) Volume 3, Annex B.2 £
N
®)
section study purity method results @mment/G LP (Y/N) reference
(Annex Qbo
point) N
B.2.1.10 Molecular extinction | Pure OPPTS L mol* cm™ & | Determined at 25 + 0.5°C NAFST-10-316;
(A 2.5) Active 830.7050/0ECD101 | Neutral:16,401-16,724 at 212 nm, & Habeeb, S.
Ingredie 18,956-19,548 at 249 nm QQ)O’ Results are in corresponding
?ts_No31 Acidic: 22,496-22,516 at 215 nm, \Qé‘ order of 2 max in section
117. 23,770-23,779 at 256 nm & HA25.
0005 Basic: 19,023-19,099 at 212 nms>
99.1% 21,979-22,061at 247 nm & GLP-Yes
. -9
S
The molar absorption coeﬂ%ients at the solar
cut-off wavelength at 299 nm are shown
below: A(,JO\{D
.\(\\
pH <2 : 12,474 k>mol ™ cm-* At pH 2 £ > 10mol*cm™
<
(%]
pH 7:3,798 kMol cm-*
Q
D
pH > 10 : #337 L mol™ cm-*
B.2.1.10 Spectra: IR Pure OPPTS The IR Mfas consistent with the structure of NAFST-10-316;
(A 2.5) Active 830.7050/0ECD101 XDEé’ﬁ9 methyl Habeeb, S.
Ingredie o | o T e | e |
n t _ (DCGl'oup N ange (e niensity Mode 5;9‘:(; u]:l
TSNO031 #?L\mme(l") NH 34003250 | Medium Stretch %1.1195:3
3
117- o ‘Aromatic CH 3100-3000 Strong Stretch 30814
0005 . \\9 Alkane CH 3000-2850 Medium Stretch 20443
99 1% fFQ(D cgz:‘)‘l -0 1750-1735 Strong Stretch 17313
| N R
Q{</ Alkane C-H 1470-1450 Medum Bend 14501
\"D Alkane C-H 1370-1350 Medum Rock 13657
S Aromatic = 1
(\, . N 1335-1250 Strong Stretch 12649
Q(D Es::rmll;hn c-0 1320-1000 Strong Stretch 12437
@0" Aromatics CH 1200-1000 Weak Asymmetric 12301
;\O& Aryl Halide c-a 1100-900 Medum Bend 10452
I
N
N
$)
¥
&
6.
§
Q.
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>
S
section study purity method results @mment/GLP (Y/N) reference
(Annex b
. §
point) N
B.2.1.10 Spectra: NMR Pure OPPTS The *H and *C NMR spectra were consistept | Chemical shifts and
(A 2.5) Active 830.7050/0ECD101 | with the structure of XDE-729 methyl @? integration for the protons
Ingredie O conformed to expected NAFST-10-316
nt - results for XDE-729 Habeeb, S
TSNO31 methyl. Other recognized
117- resonances were residual
0005: deuterated DMSO and
99 1% water. No other
extraneous resonances were
12 observed.
IS
R I -
Proton Label PR¥IMultiplicity Integration Elucidation of the Sp“ttmg
X _ patterns from the spectra are
HL, Hl4 o 3.9/ doublet 5928 . .
& - possible from an expansion
Ho o] T3/ double 100 of the aliphatic region and
HI & 74 doublet 1000 aromatic region of the NMR
Hlisb 7.6/ triplet 100.4 spectra.
NH; gﬁ‘}ons 6.9 /singlet 195.66
I’ Chemical shifts for the 14
o carbons conformed to the
QEZ?"Carbon Label PPM expected results based on
& = 226 the structure of XDE-729
N — 1859 Methyl. Other recognized
R C3, C5 110.8 Yl .
S ca 145.8 resonances were residual
S?’\\ C5, C3 127.9 deuterated DMSO. No other
@ ce 151.9 extraneous resonances were
o =i 1266 observed.
& cs 1105
& co 152.4,154.9
N
9) C10 144 2
&
> C11 1490
o)Q Cc12 1252
Ok@ C13 1252
- c14 61.5
&
S
o
L
N
O.
N
Q.
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N
0)
section study purity method results géamment/GLP (Y/N) reference
(Annex QZ,Q
point) N
B.2.1.10 Spectra: MS Pure OPPTS m/z &b” NAFST-10-316;
(A 2.5) Active 830.7050/0ECD101 | positive mode (M+H)": 345, 347,349 & Habeeb, S.
Ingredie Negative mode (M-H)": 343, 345, 347 &
nt- &
<
TSN031 lon scan shows peaks at molecular Weights
117'_ consistent with the expected fragmentation of
0005; XDE-729 methyl S
99.1% &
Parent ion showed a charaq‘fg)ristic “plus two”
isotope pattern, consiste;\gtwith the presence of
chloring in the molecyle.
B.2.1.11 Solubility in water Pure EEC method A 6 pH \Q\” mg/L Determined at 20°C NAFST-10-93;
(A 2.6) Active — — 0.1-10 slightly soluble Turner, B.
Ingredie Purified Ky 1.83 GLP-Yes
nt - 5 & 1.66
TSNO31 N
117- 7 & 1.67
. 9
0005; -
99.1% S & 169
B.2.1.12 Solubility in organic | Technic | EEC Method A6 S%\?Ve)nt mg/L Determined at 20°C NAFST-10-96;
(NA2.7) solvents (technical al Grade J[yi%thanol 38.1 GLP-Yes Turner, B.
active substance) Actlve_ 4% Acetone > 250 _
Ingredie S Xl 913 (<0.1 mg/l very slightly
nt— R Ea Ll : soluble
TSNO31 ;& | L2-dichloroethane 65.9 0.1-10 slightly soluble
117- QS) Ethyl Acetate 129 10-1000 moderately
0006; & n-heptane 0.0361 soluble
95.1% n,go n-octanol 983 >1000 readily soluble)
]
(2}
&
X
&
S
¢
¥
&
N
O.
S
Q.
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6\"\
section study purity method results @mment/G LP (Y/N) reference
(Annex Qz?
point) N
B.2.1.13 n-octanol/water See See below pH to be investigated when pKa <12 (acids)ior | Since the test substance is -
(1A partition co-efficient | below >2 (alkali), therefore see below for resultss an ionisable compound, the
2.8.1/01) > partition coefficient of
N XDE-729 methyl was
N determined in buffer
N solutions at pH 5, 7 and 9.
S See below for results.

B.2.1.13 Effect of pH on n- Pure EEC method A 8 pH Logé?ow Determined at 20°C NAFST-10-95;
(NA octanol/water Active D Turner, B
2.8.2/01) | partition co-efficient | Ingredie 5 3.75 GLP-Yes

nt- r\\'o .

TSNO31 7 21376 Given that the log Kow > 3,

117- N ' the data suggests a potential

>
&Q‘)o
(%]
6;0
S
N
o)
2
>
@q?‘
S
(\)éb
Q‘ZJ
Y
b‘b
;\\OQ
o
&
Q‘Z)
&
o
{\é
@Qq)
&
X
&
S
$)
¥
&
N
6.
S
Q.




XDE 729 Methyl (Halauxifen-methyl)

10
Volume 3, Annex B.2

section
(Annex
point)

study

purity

method

results

Eomment/GLP (Y/N)
Q
P

reference

0005;
99.1%

9 3.92

to be fat soluble.

It was noted that slightly
lower and more variable
results were obtained for the
samples prepared in pH 9
buffer (at high fortification
level 87% recovery,
RSD=22% and at LOQ,
72% recovery and
RSD=9%). However, the
study report states that this
may be due to the potential
degradation of the ester to
its acid form. Given the pH
of the buffer, this is
considered a reasonable
explanation, and since the
mean recoveries fall within
the acceptable range, the
data is considered fit for
purpose.

B.2.1.14
(11A 2.9)

Stability in water

See section 2.1.15.
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N
®)
section study purity method results @mment/G LP (Y/N) reference
(Annex Qbo
point) N
B.2.1.15 Hydrolysis rate Radiola | OECD guideline The hydrolytic stability of XDE-729 wasy | GLP — Yes 090126, D. Liu,
(A 2.9) beled 111, USA EPA investigated in sterile buffer solutions at@ 4 | Determined at 25 °C July 2011
test OPPTS 835.2120 (10, 25, 50°C); pH 7 (10, 25, 50°C) andpH 9 | Radiolabelled material used
material | (equiv. To EEC (10, 25, 50°C). From Arrhenius analysis of in place of pure active
s: method C.7) the data, the half life of XDE-729 3t25°C was substance, this is
INV031 estimated: & acceptable.
089- Q'*,\\OQ
0003 pH 4: DTy = 81§ays. As a radiolabelled balanced
(97.4%), pH 7: DTy = days. study, the identities of
INVO027 PH 9: DTs 3 days. degradgtion products were
098- & determined by LC/MS and
0002 & LC/MS/MS.
(97.8%) & . .
X11393729 was gm% only major transformation e
product observed in all three pH buffers and Classification:
temperaturesQ& pH 4: Slightly hydrolysing.
L pH 7: Slightly hydrolysing.
NS pH 9: Readily hydrolysing.
Q
v
Q;{Z’
&
&
Y
b‘b
(5\\00
&
Q‘Z)
K
o
&
%Q(D
&
&
G§
¥
&
N
6.
§
Q.
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XDE 729 Methyl (Halauxifen-methyl) Volume 3, Annex B.2 £
6\‘\

section study purity method results @mment/GLP (Y/N) reference
(Annex b
point) f
B.2.1.16 Photochemical Radiola | OECD guideline @bu Determined in sterile pH 7 101793, B.
(A 2.9) degradation beled 316, US EPA ID of breakdown products: humerous 45\\ buffer at 25 °C under xenon | Blakeslee,

test OPPTS 835.2240 photoproducts and CO, > light August 2011

material Photochemcial half-life: 0.129 hours

s: minutes) at 40° N latitude in summgﬁsunlight GLP - yes

INVO031 Mass balance: 94 + 3% of applied<” phototransformation in

089- = water DT50

0003 &

(97.4%), Qg?? >30d slightly degradable

INV027 o~

098- & 10-30 moderately

0002 & degradable

(97.8%) S

& 4-10 fairly degradable
~Q®
boé’\ <10% photolysed at 20-
> 25 <C within 30d
> photolytically stable

B.2.1.17 Quantum yield Radiola | OECD guideline Quanttim yield: 5.63 GLP - yes 101793, B.
(NA2.9) beled 316, US EPA (boq)’ Blakeslee,

test OPPTS 835.2240 & August 2011

material o

S: i

INV031 (;D\\o’\\

089- &

0003 Q‘b

(97.4%), K,

INV027 é‘z’

098- &

0002 2

(97.8%) \@@

@Q)o
4
¥
R
N
§o
Q.
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6\‘\
section study purity method results @mment/GLP (Y/N) reference
(Annex b
point) f
B.2.1.18 Dissociation constant | Pure OECD Test 2.84 £ 0.04 at 19.9°C @bu GLP - Yes 10-040-G;
(A 2.9) (pKa) Active Guideline 112 & Dissociation constant Cathie C.
Ingredie > determined
nt - 5\0 spectroscopically.
TSN031 N
117- &
0005; $
99.1% &
B.2.1.19 Stability in air, N/A Atkinson calcn. An atmospheric half-life Qg@lSS days (25.866 | GLP — No 101450, B.
(1A 2.10) | photochemical Calculat hours) has been calculategd. Assumes a hydroxyl radical | Wendelburg,
oxidative ed value o\r’v‘\ concentration of 1.5x10° April 2011
degradation N radicals/cm® and a 12-hour
> day.
B.2.1.20 Flammability and Technic | Flammability: EEC Q}Q’ GLP - Yes NAFST-10-124;
(A 2.11) | auto-flammability al Grade | method A 10 Flammability'é:RIot highly flammable Turner, B.
(technical active Active | Auto-flammability: >
substance) Ingredie | EEC method A 16 XDE-729dethyl TGAI burned (on melting)
nt— with a ﬁow flame, which extinguished
TSNO031 imm%mately on removal of the burner flame.
117- Th\g@ was no propagation along the train.
0006; Q(z?
95.1% AUto flammability: No self-ignition
<~ temperature under the conditions of the test
S;Z’\\O (up to a maximum temperature of 400°C).
C Q’@
)
B.2.1.21 Flash point (technical | - EEC method-A 9 Not required for a solid -
(1A 2.12) | active substance) (closed cu@%nly)
T
roQ(D
&
Q@Q&
¢
¥
L
N
§o
Q.
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6\‘\
section study purity method results géamment/GLP (Y/N) reference
(Annex b
point) 5
B.2.1.22 Explosive properties | Technic | EEC method A 14 Not explosive according to EEC method Aédv Thermal, friction and shock | NAFST-10-124;
(IMA 2.13) | (technical active al Grade & test Turner, B.
substance) Active > GLP - Yes
Ingredie 5\0
nt — é\Q
TSNO031 &
117- =
0006; &
95.1% S
B.2.1.23 Oxidising properties | Technic | EEC method A 17 Not oxidising accordingoto\EEC method A 17 | GLP - Yes NAFST-10-124;
(1A 2.15) | (technical active al Grade & Turner, B.
substance) Active (The mixtures of 2:1,4:1 or 1.2 test
Ingredie substance/cellulos%’%nly burned slowly and
nt— did not burn to cér%pletion, Therefore, XDE-
TSNO31 729 Methyl T@QM was considered to be non-
117- oxidising. <
0006; By compag%on, the reference mixture burned
95.1% vigoroug@ to completion in 25 seconds)
&
B.2.1.24 Surface tension Technic | EEC method A 5, The,bé%rface tension of a 90% saturated GLP - Yes NAFST-10-124;
(1A 2.14) al Grade | OECD Method 115 | soffition of XDE-729 Methyl TGAI was found Turner, B.
Active 40 be 72.5 mN/m at 20°C.
Ingredie | (Surface tension ¥
nt — torsion balance ;\\OQ It is noted that the surface tension should have
TSNO31 | using the OECD&Q{D been determined using the pure active
117- harmonised riné substance rather than TGAI; however, since
0006: method). ¥ the surface tension result indicates that the
95.1% \‘§ active s:ubs_tange is no_t surfacge active, this
& determination is considered fit for purpose.
d (For information, the notifier has informed the
é&"’ RMS that they intend to determine the surface
S0 tension using the pure active substance, the
@@Q result of which should be available by the end
> of December 2013).
N
§o
Q.
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N
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Table B.2.1a Physical properties of the degradation product X11449757 are shown below (this imgpurity is regarded as ecotoxicologically
Q

relevant in soil and water compartments): &
S
section study purity method results E\@o Comment/GLP (Y/N) reference
(Annex N
point) o
B.2.1.5a Vapour pressure X11449 | EEC method A 4 8 x 10° Paat 25°C and 5 x 10”° Pa at20°C GLP-Yes NAFST-10-322;
(NA 2.3) 757, (Effusion method: & Since vp is <0.0001Pa. Very | Comb, A.
TSNO31 | Vapour pressure .OQS slightly volatile
413- balance) &
0003; &
99% 5
B.2.1.10a | Spectra: UV/VIS X11449 | OPPTS A max, nm .S Determined at 25 + 0.5°C NAFST-11-114;
(A 2.5) 757; 830.7050/0ECD101 | Neutral: 211, 246 A@o\{b GLP-Yes Elliott, T.
TSN031 Acidic: 217, 259
413- Basic: 239 &
0003; @
99% Study report@ates that no absorption maxima

were observéd above 290 nm, indicating that
the test ﬁgstance has little or no potential to
undergﬁphotolytic degradation in the
env{iﬁnment. However, at pH 2 € > 10mol
‘e (see molar extinction below)

B.2.1.10a Molecular extinction | X11449 | OPPTS (DQ(D LM*cm? Determined at 25 + 0.5°C NAFST-11-114;
(1A 2.5) 757, 830.7050/0ECD101 ’Neutral: 23,923 at 211nm, 29,318 at 246 Elliott, T.

TSN031 .&'| nm, 5,535 at 290 nm GLP-Yes

413- 5 | Acidic: 18,099 at 217nm, 20,016 at 259nm,

0003; Qof 13,140 at 290nm AtpH 2 £ > 10molcm™

99% G Basic: 36,707 at 239 nm, 4,526 at 290 nm

i (solar cut off limit) Results are in corresponding
é\o order of A max in section
2 1A 2.5.
&
N
&
S
$)
S
@
N
O.
s
Q.
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S
S
section study purity method results @o‘?’mment/G LP (Y/N) reference
(Annex b
. 4
point) o
B.2.1.10a | Spectra: IR X11449 | OPPTS Infrared spectra of X11449757 show & | GLP-Yes NAFST-11-114;
(1A 2.5) 757; 830.7050/0ECD101 | absorption bands consistent with the strucg;rre Elliott, T.
TSNO31 Absorption Bands of Functional Groupsz’t‘m the
413- IR Spectrum of X11449757: N
0003; &
99% Functional Absorption Band Type \{Q A]‘;:ﬂ'(’]li"g“
Group Bond | Range (cm'l) lmensl{\o Mode Sp'ecn‘um
Aot CH 3100-3000 Me@;&ﬁ Stretch 3004
AORETTCC | 160 0 | Mg Weak | Swech | 5517
Amin NH 3250-3400 Q’Sumg Stretch 3420
e CN 1000-1250 > Medium Stretch 1139
Carbasic acid =0 1?05-1 W Strong Stretch 1655
) 0H 25003300 Broad Stretch | 2800-3200
Phenol 0H ;‘\2&6-3500 Strong Stretch 3261
. CF [0 | Stong [ Stewh [ 1275
Ay Halde CClg,| 780680 Strong Stretch 780
aYJ
Q
Q
N
Qo
5
Q
Q)‘b
S
&
&
g
b’b
;\\é\
o
N
@
Q‘Z)
&
v
R
Qrz’?
&
«Q
X
&
S
¢
¥
2
N
6.
N
Q.
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6\"\
section study purity method results @o‘?’mment/G LP (Y/N) reference
(Annex b
point) f
B.2.1.10a | Spectra: NMR X11449 | OPPTS The °C NMR and *H spectra for X1144975%" | Chemical shifts and NAFST-11-114;
(1A 2.5) 757: 830.7050/0ECD101 | support the given structure of X11449757&,§\‘ integration for the protons Elliott, T.
TSNO31 > conformed to expected
413- Resonance assignments, as numberedéiﬁ the results for X11449757.
0003: figure below, are summarized in the.following | No extraneous resonances
99% table: N were observed.
(d) = The expanded aromatic
NHp 5;@ region demonstrated that the
(© /1\ ) aromatic protons are present
(c) J: ﬂ:‘.z' OH(a) as a single proton at 7.20,
'{'31| SN and a multiplet at 7.30, the
o xF\@O\ o integration of which
& corresponds to a further two
OH > !
& aromatic protons. Due to
(by* complicated splitting, it is
Q )
& not possible to further
proton L@b PR Mgy Integration elucidate the splitting
N i (protons) pattern. However, the
P 12145/ broad singlet ! spectra is in line with what
Aoe;”(b} 10,517/ singlet 1 would be expected from the
qg\)bu ) 22717329 / miltiplet 7 molecular structure.
t ol © 7200/ doublet !
S @ 6.830 smglet . The applicant states that the
\35\ spectrum is too complex for
@AQ’ specific assignments of each
& resonance. However,
KQS consideration of the
O spectrum demonstrates that
N it is consistent with the
2] .
& molecular structure in terms
é\o of the number of carbon
& peaks (taking account
§J° fluorine splitting carbons).
L
N
§®
Q.
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This is acceptable.
ca
| c10™ =11
CavonLabel &' PPM
RN 166614
a o % o7 | 151847, 151118, 150328, 149,026,
8.0t cry | M6 41558 125674 1206
IS 122481, 120173, 109.969
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N
0)
section study purity method results @o‘?mment/GLP (Y/N) reference
(Annex Qbo
point) N
B.2.1.10a | Spectra: MS X11449 | OPPTS @b NAFST-11-114;
(A 2.5) 757; 830.7050/0ECD101 Tz PEAK ASSICOEND Elliott, T.
TSNO31 317, 319, 321 (positive mode) | CiH:CLFN:O; ')
413- 299, 301, 303 (positive mode) CuHeCLFH0:
0003; 271, 273, 273 (positive mode) C1HsCBFN:0
99% &
The Q1 scan also shows a fragmént at 236/238
m/z. \{5\
9
MZ  PEAK ASSIGNMENT
136,238 (positivemode) | CuHeCIFN:O
All consistent with th@?xpected fragmentation
of X11449757 7
B.2.1.11a | Solubility in water X11449 | EEC method A 6 pH Q)@b mg/L Determined at 20°C NAFST-10-321;
(1A 2.6) 757, — QJ Purified: slightly soluble Comb, A.
TSNO3L Purified 9.8 pH 5: slightly soluble
413- 5 N 212 pH 7: moderately soluble
0003; Y pH 9: moderately-readily
99% 7 Q 265 soluble
v
4
9 \&0) > 250 g/L GLP-Yes
&
B.2.1.12a | Solubility in organic | X11449 | EEC Method A6 g&%olvent mg/L Determined at 20°C NAFST-10-324;
(NA2.7) solvents (technical 757; & Methanol 120 GLP-Yes Comb, A.
. N . .
active substance) TSNO031 I ["Acetone 70 It is noted in the study
413- L report that the recovery
. o Xylene <0.1 :
0003; QS) _ results from the test in ethyl
99% & 1,2-dichloroethane <0.1 acetate were higher and
R Ethyl Acetate 0.3 more variable than
Q‘7§ n-heptane <0.1 expected. Therefore the
&
X
&
S
¢
¥
&
N
O.
S
Q.
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Eomment/GLP (Y/N)
Q
P

reference

n-octanol 2.6

solubility was only reported
to the nearest one
significant figure.

(<0.1 mg/l very slightly
soluble

0.1-10 slightly soluble
10-1000 moderately
soluble

>1000 readily soluble)
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6\"\
section study purity method results @o‘?’mment/G LP (Y/N) reference
(Annex QQ
point) N
B.2.1.13a | n-octanol/water See See below pH to be investigated when pKa <12 (acidsga\? Since the test substance is -
(1A partition co-efficient | below >2 (alkali), therefore see below for resultss an ionisable compound, the
2.8.1/01) > partition coefficient of
6;0 X11449757 was
N determined in buffer
N solutions at pH 5, 7 and 9.
S See below for results.

B.2.1.13a | Effect of pH on n- X11449 | OECD 117 pH Logé?ow ; o NAFST-10-320;
(A octanol/water 757; & Determined at 25°C Comb, A.
2.8.2/01) | partition co-efficient | TSNO31 5 <03 GLP-Yes

413- S _ .

0033. 7 > <03 X11449757 is hydrophilic.

99% N ' The data suggest a low

9 Q‘)ob 03 propensity for
o <9 bioaccumulation.
6\‘0
&
Q
(&)
bé\
@q?
S
&
Q‘ZJ
Ny
b‘b
{\é
@Qq)
&
X
&
§
$)
S
R
&
0.
K
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study purity

method

results

Eomment/GLP (Y/N)
Q
P

reference

B.2.1.18a
(1A 2.9)

Dissociation constant
(PKa)

X11449
757,
TSNO031
413-
0003;
99%

OECD Test
Guideline 112

5.6 for the carboxylic acid and 7.1 for the
phenolic functional group

GLP - Yes

It was noted that there were
only two calculated pKa
values in the range of
environmental pH values.
The carboxylic acid group
was estimated to have a pKa
value of 3.3 and the phenol
group had an estimated pKa
value of 6.8. Meanwhile,
the amine group had a
predicted dissociation which
was significantly out of the
environmental range and
this lead to the conclusion
that the lone pair on the
nitrogen atom was
delocalised around the
conjugated molecule and
would therefore not
contribute to ionisation in
the environmental pH range.

Determination was by

spectrophotometric method.

NAFST-10-323;
Comb, A.
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6\‘\
S
&
Table B.2.1b Physical properties of the degradation product X11393729 (XDE-729 acid) are s&é)an below:
<
(@)
section study purity method results E\@o Comment/GLP (Y/N) reference
(Annex Ogo
point) &
B.2.1.5b Vapour pressure X11393 | EEC method A 4 3x10° Paat 25°C and 2 x 10° Pa q\t&0°c GLP-Yes NAFST-11-18;
(NA 2.3) 729; &\? Since vp is <0.0001Pa. Very | Comb, A.
TSNO030 S slightly volatile
751- &
0004; &
(4]
99% &
B.2.1.10b | Spectra: UV/VIS X11393 | OPPTS A max, nm & Determined at 25 + 0.5°C NAFST-10-317;
(A 2.5) 729; 830.7050/0ECD101 | Neutral: 212, 244-&&% GLP-Yes Habeeb, S.
TSNO30 Acidic:  210-213,253
751- Basic: 212, 244 Note-in applicants M 11
0004, & summary the range of A
99% The molar absorption coefficients at the max under neutral
solar cut-off wavelength at 290 nm were conditions is incorrectly
calculated as 15,681, 4,301, and 4,238 L mol- | stated as 212, 244-253 nm.
1 cm-L¥or XDE-729 at pH <2, pH7, and
pH>10, respectively
\ébJ
O
Q‘Z)
Y
b(b
;\\OQ
Q‘Z)
&
o
{\é
roQ(D
&
Q@Q)(\
¢
¥
x
N
O.
S
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N
®)
section study purity method results @o‘?’mment/G LP (Y/N) reference
(Annex Qbo
point) N
B.2.1.10b | Molecular extinction | X11393 | OPPTS LM*cm® & | Determined at 25+ 0.5°C NAFST-10-317;
(1A 2.5) 729; 830.7050/0ECD101 | Neutral: 29,748 to 30,330 at 212nm, & GLP-Yes Habeeb, S.
TSNO30 36,098 to 36,617at 244 to 245 nm, ch)o’
751- Acidic: 23, 960 to 26,089 at 210- gEtSnm Results are in corresponding
0004; 30,018 to 34,170 at 253nm S order of A max in section
99% Basic: 30,540 to 31,567 at 212 nm, 1A 2.5.
36,953 to 37,647 at 244 nm @\\0
S At pH 2 £ > 10mol™*cm™
The molar absorption cogf%ments at the
solar cut-off wavelengtiyat 290 nm were
calculated as 15,681, @\301 and 4,238 L mol- | Note-in applicants M 11l
1 cm-1 for XDE- 72g%t pH <2, pH7, and summary the extinction
pH>10, respectlvegy coefficient under basic
& conditions at 244 nm is
& incorrectly stated as 36,953
N to 97,647.
N)
5
>
@q?
S
&
Q‘ZJ
Y
b‘b
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x
S
- - 0
section study purity method results @omment/GLP (Y/N) reference
(Annex ! o
point) N
O
B.2.1.10b Spectra: IR X11393 | OPPTS Infrared spectra of X11393729 show ®b GLP - Yes NAFST-10-317;
(1A 2.5) 729: 830.7050/0ECD101 | absorption bands consistent with the strucg;rre Habeeb, S.
TSNO030 Absorption Bands of Functional Groups&)m the
751- IR Spectrum of X11393729: &
0004; \éé\
99% Absorpti
Functional Bond |Range [tm’l) Intensity Stode B;:‘r;ps 13]1
Group .O y
N Spectrum
\m 34449
Amine (1°) NH | 34003250 | Medup®|  Swerch o
;& 33331
Aromatic CH 3100-3000 Stz Stretch 31934
Carboxylic Acid O-H 3300-2500 é{edium Stretch 3030.7
Alkane C-H 3000-2: *P\D Medium Stretch 20474
Carbonyl (Ester) =0 1760- 16@ Strong Stretch 1761.3
Pyridine C=N | 16687360 | Strong Streich 16465
Aromatic cC | 01585 | Medim Stretch 15624
<
Alkane CH_ @1470-1450 | Medum Bend 14750
Carboxylic Acid O}]\é\ 1440-1395 Medium Bend 1421.7
Carboxylic Acid §T) 1320-1000 Strong Stretch 1240.6
Aromatic Amiue\r Q"C-,\I 1335-1250 Strong Stretch 13220
Aromatics, 9| C-H 1290-1000 Weak | Asymmetric 12149
Aryl Ha,# c-Cl | 1100900 | Medium Bend 10592
Carbo; Acid O-H 950-910 Medium Bend 9243
(\)k‘_U
Q‘Z)
o
ol
QO
S
N
&
Q‘Z)
&
[y
R
Qrz’?
Q@
&
«Q
X
&
S
$)
¥
)
&
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N
&
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6\‘\
section study purity method results @o‘?mment/GLP (Y/N) reference
(Annex b
point) f
B.2.1.10b | Spectra: NMR X11393 | OPPTS The °C NMR and *H spectra for X11393729 " | Chemical shifts and NAFST-10-317;
(1A 2.5) 729: 830.7050/0ECD101 | support the given structure of X1139372%’\‘ integration for the protons Habeeb, S.
TSNO030 > conformed to expected
751- Resonance assignments, as numberedéiﬁ the results for XDE-729 (acid).
0004; figure below, are summarized in the,following | No extraneous resonances
99% table: N were observed.
An expansion of the
aliphatic region and
aromatic region of the NMR
spectra demonstrates that
splitting patterns are
complicated, possibly by the
presence of fluorine;
cl however, the spectra
confirm the expected
structure.
g’fﬁoﬁ Label PPMMultipticity Integration
g)é" Hi 3.9/ doublet 1002
@
o W 72/ doublet 10098
R ) 741 doubet, 105,
-O
> HS 76/ doublet 1000
N
& NH, Protons 68/ singlet 1961
éé) Off Profon 136/ singlet s Chemical shifts for the 13
5\@ carbons conformed to the
& expected results based on
o the structure of XDE-
@é\ 729(acid). Other recognized
& resonances were residual
N deuterated DMSO. No other
o extraneous resonances were
/\,\'\@
§®
Q.
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S
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section study purity method results Gomment/GLP (Y/N) reference
Q
(Annex 2
- &
point) o
Carbon Label PPM Jo | opserved.

c1 61551 & GLP - Yes

c2 144.252, 144108

C3 148.497"

c4 125254

cs 125,254

o ¥ 238

C7 152433, 154.044

C8 396,679, 126.772

Cco & 151.829

c1io 3 110.238, 110.130

c11 150.434

c12$ 127.795

ci® 166596

N

ng
@‘b
&
&
Q‘D
o
ol
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O
N
A(b
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N
®)
section study purity method results @o‘?’mment/G LP (Y/N) reference
(Annex Qbo
point) &
B.2.1.10b | Spectra: MS X11393 | OPPTS The mass spectrum supports the given &b GLP — Yes. NAFST-10-317;
(IHA 2.5) 729; 830.7050/0ECD101 | structure of XDE-729 (acid). & Habeeb, S.
TSN030 —
751- Wz PEAK ASSIGNMENT S@mu
0004; Smsmsen | GG | S
y , 331, 333 (negative mode D 7
99% S AL w
.\c\ o
ol ©
&
The Q1 scan also shows peaks at 313/315/317
m/z, 285/287/289 m/z, 2%67252 m/z, 235/237
m/z in the positive moc{ivé)and 285/287/289 m/z
and 270/272/274 m/z n the negative modes
were due to isotopi@aistribution of the
molecule. o«pb
(%]
6;0
Q
RS
N
<
b@
@q?
S
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S
S
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section study purity method results Gomment/GLP (Y/N) reference
(Annex -
~QD
point) 5‘
N
wmiz PEAK ASSIGNMENT STRUCTURE \@
313/315/317 CpsHeCLFN,0," NF; @
(Positive Mode | IS/@
Q.
S
285/287/289 C12H:CLFN,O" X Nz
(Positive Mode) Q®F ‘ N
IS N
19
2501252 CrH:CFNO™ L NH
(Positive Mode) \o) F .
S | \
€| Yy
S = or
;\\'O NHz
O\{D | . ‘ A
\(‘/_; NE
£ or
235/237 (DQ C12H;CIFNO* | F .
(Pasitive Mode) N [o) ‘ 2z
QJ N
,:‘Q C or
{\O | r ‘ O
Sb o e
o ot
2852871289 CizH:CLFN,O hi
(Neg@ve Mode) R
23 S AN
mOQ)J cl or
(\)b 270/272/274 CizH;CLFNO | F A~
éb (Negative Mode) o S I
r§,27 a or
g _
o | F 7 ‘ cl
.O [o) I,
N N
4 :
Q@
2]
$
N The fragmentation pattern is consistent with
R the structure of XDE-729 (acid).
Qq?
(2}
&
«Q
X
@Q)o
&
@bo
&
6.
N
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N
®)
section study purity method results @o‘?mment/GLP (Y/N) reference
(Annex Qbo
point) N
B.2.1.11b | Solubility in water X11393 | EEC method A 6 pH mg/L @bu Determined at 20°C NAFST-11-17;
(IHA 2.6) 729; — o Purified: moderately soluble | Comb, A.
TSNO30 Purified 84.0 QQ,O’ pH 5: moderately soluble
751- 5 102 S pH 7: readily soluble
0004; ;,\Q pH 9: readily soluble
99% 7 3.07 g/IEGO
- GLP-Yes
9 46.1.g/L
2
B.2.1.12b | Solubility in organic | X11393 | EEC Method A6 Solvent Setubility Determined at 20°C NAFST-11-19;
(NA2.7) solvents (technical 729; Methanol .2 g/L GLP-Yes Comb, A.
active substance) TSNO030 Acetone @0\' 4.4 g/L o N
751- vl S L Classification of solubility
0004; ylene o [85mMg (<0.1 mg/l very slightly
99% 1,2-dichloroethare 130 mg/L soluble
Ethyl Acetate§y 1.2 g/L 0.1-10 slightly soluble
n-heptane & <0.2 mg/L 10-1000 moderately
n-octanok® 430 mg/L soluble
> >1000 readily soluble)
>
Q
S
(\)éb
Q‘Z)
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N
®)
section study purity method results @o‘?mment/GLP (Y/N) reference
(Annex QZ,Q
point) N
B.2.1.13b | n-octanol/water See See below pH to be investigated when pKa <12 (acidsg»\? Since the test substance is -
(A partition co-efficient | below >2 (alkali), therefore see below for resultss an ionisable compound, the
2.8.1/01) > partition coefficient of
6\0 X11449757 was
N determined in buffer
N solutions at pH 5, 7 and 9.
S See below for results.

B.2.1.13b | Effect of pH on n- X11393 | EEC Method A8 pH Log{;leow Determined at 20°C NAFST-11-16;
(A octanol/water 729; D Comb, A.
2.8.2/01) | partition co-efficient | TSNO30 5 0:42 GLP-Yes

751- £ o

0004: 7 | 083 XDE-729 (acid) is slightly

99% o | hydrophobic at low pH and

- hydrophilic at neutral or
9 & -1.01 .
& alkaline pH. The data
§ suggest a low propensity for
RS bioaccumulation.
Qoo

B.2.1.18b Dissociation constant | X11393 | OECD Test 5.11 1@61 at 21.9°C GLP —Yes 10-039-G;
(NA2.9) (pKa) 729; Guideline 112 o0 Determination was by Cathie, C.

TSNO030 (\)&0’ spectrophotometric method.

751- &§

0004; L

99% ‘

Q‘Z)
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N
o)
Table B.2.1c Physical property of the degradation product X11406790 is shown below: &
\(\@*Q
section study purity method results $ Comment/GLP (Y/N) reference
(Annex &b
point) &
B.2.1.5¢c Effect of pH on n- X11406790; | EEC method A8 pH | Log Kow & ’ GLP-Yes NAFST-12-45;
(A 2.3) octanol/water TSN302182; 0.96 § Comb, A.
partition co-efficient | 95% : &
<0.3 &
<0.3 &
2
Qg’oj
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N
(o)
B.2.2 Physical, chemical and technical properties of the plant protection product &

Product name: ‘GF-2573’ (an Emulsion Concentrate (EC) containing 7.817 g active subgp?nce XDE-729 methyl/L)
@

Table B.2.2  Summary of the physical and chemical properties of the plant protection product§$
Q

~Q
section | study method results gomment reference
(Annex Q°°
point) S
B.2.2.1 | Appearance: Visual Liquid (25.5°C) 2 | GLP-Yes NAFST-11-
(1A physical state inspection Q? 26; Rozniak,
2.1) S M
B.2.2.2 | Appearance: colour | Visual Yellow & GLP-Yes NAFST-11-
(1A inspection (Df 26; Rozniak,
2.1) o M
B.2.2.3 | Appearance: odour | Olfactory Solvent Odour QO\Q GLP-Yes NAFST-11-
(A Inspection L 26; Rozniak,
2.1) L M
B.2.2.4 Explosive properties | EEC method | Not explosive according to EEC GLP-Yes NAFST-11-
(A Al4 method A14@0‘§’ 36; Turner,
2.2) & B.
G
b(b
;\\Oo
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&

section study method results comment Q{,o\” reference
(Annex &
point) $
B.2.25 Oxidising properties | EEC A21 Non-oxidising according to EEC GLP-Yes NAFST-11-
(1A method A21 S 36; Turner,
2.2) BN B.

The mean pressure rise time for the |

reference mixture (1:1 w/w mixture Q°°

of 65% w/w aqueous nitric acid andz;O

cellulose) was 7.0 seconds. Pressgﬁ‘e

rise times were not obtained forQ%e

test substance \\.O

mixtures (1:1 w/w mixture of the

test substance and cellulogé) since

the pressure failed to re@ﬁch the upper

limit value of the rang@ under test.

b

Since the test subg?ance mixture

failed to reach 2070 kPa within the

60 seconds allf)wed for the test, the

test substanﬁe was considered to be a

non-oxidiser.

b(b
<
B.2.2.6 | Flammability EEC method | Not refevant - -
(IA A 10,Allor &
2.3) A 12 &
B.2.2.7 Auto-flammability | EEC method sﬁuto-ignition temperature = 234°C. | GLP-Yes NAFST-11-
(A A 15 2 36; Turner,
2.3) & B.
S
§
bo()
&
s
S
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&
section study method results comment Q{,o\” reference
(Annex &
point) $
B.2.2.8 | Flash point EEC A9 >100°C GLP-Yes FAPC-G-12-
(1A S 1; Frank, A.
2.3) o
B.2.2.9 | Acidity/alkalinity Not Relevant | Not relevant for an EC formulation. §° -
(1A Q“
2.4) &
B.2.2.10 | pH ASTM E 70- 5.271 at 21.0°C (1% solution) @‘o\j’\ GLP-Yes NAFST-11-
(A 77 f 26; Rozniak,
2.4) S M.
B.2.2.11 | Surface tension EEC method | 0.27% v/v dilution at 20°C:83.0 GLP-Yes NAFST-11-
(1A A5 mN/m > A written statement was provided 36; Turner,
2.5) 1.25% v/v dilution at 266C: 29.5 stating that the hydrocarbon content | B.
mN/m Q§ does not exceed 10%. This
L statement is confirmed by reference
5 to the formulation details in
§b document J. The product does NOT
S require further consideration as an
nq?’k aspiration hazard.
B.2.2.12 | Viscosity OECD Test Newtonib%ﬁ; 6.87 mPa-s at 19.9°C GLP-Yes NAFST-11-
(A Guideline 114 | and 4.22 mPa-s at 40.0°C 4.22 mPa-s is equivalent to 4.663 x | 26; Rozniak,
2.5) g 10° m?s. M.
B.2.2.13 | Relative density EEC Method 0.86‘5 GLP-Yes NAFST-11-
(A A3 é</ 26; Rozniak,
2.6) ~ M.
B.2.2.14 | Bulk (tap) density Not Relevant§ Not required for EC formulations - -
(IA &
2.6) &L
B.2.2.14 | Storage stability CIPAC&’ Storage at 54°C for 18 days in FOR-10-37
bo()
&
s
S
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&
section study method results comment Q{f reference
(Annex &
point) $
(1A Method MT | glass container. &
2.7) 46 S
Active ingredient content Stgl‘blllty of active substance and
Before storage: 0.842 Wt% (wt/wt) gﬁfener acceptable over accelerated
Following storage: 0.834 Wt% Q°storage
(wt/wt) i.e 99.0% retained. @\O
&
Cloquintocet-mexyl 'y
Before storage: 0.795 Wt% (\AR/Wt)
Following storage: 0.795 W%
(wt/wt) i.e 100.0% retalnﬁ
’\Q’
Appearance \QQJ
Study report states khat throughout
the study the test@bstance was
observed to be g\byellow clear
homogeneousdiquid.
a“
CIPAC MT pH (1% d@ﬁjtlon) pH stable over accelerated storage.
75.3 Before s?orage 5.30
Follo@?lng storage: 5.37
A
CIPAC MT P<é1‘3|stent Foam No significant changes in persistent
47.2 qﬁ\t 1.4 %v/v concentration foam over storage. All foam
g Before storage: 41 mL after 1 min measurements within acceptable
é@Q Following Storage: 43 mL after 1 limits (< 60mL after 1 min). Levels
\@ min. of foam at 1.4% v/v are acceptable.
@Q? Since the maximum recommended
CIPACMT in use concentration is 1% vl/v, this
&
s
S
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section study method results comment Q{,o\” reference
(Annex &
point) $
36.3 Emulsion Characteristics result gonfirms levels of foam at the
The minimum and maximum pro 6sed use rate are expected to be
concentrations were tested at 0.04% | acCeptable.
v/v and 1.5 %v/v respectively; this | 5°
encompasses the proposed use rate. Q°°
&
No significant changes in emulsigﬁ Acceptable emulsion characteristics
stability were observed during <” before and after storage.
storage. For each time point,%fﬁe
emulsion stability was withif
acceptable limits (< 2 mL.Eream
after 30 minutes, trace oﬁ’) All Acceptable retention of properties
samples remained emuilsified during accelerated storage.
throughout the enti\\r;e°test. Properties within acceptable limits.
NS
(§b
Cold Storage¥(7 days at 0°C in
glass cont%ﬁer)
N
pH (1%dilution)
Before storage: 5.30
Fol}éwing storage: 5.53
&
sjémulsion Characteristics
&1 The minimum and maximum Acceptable retention of properties
é@Q concentrations were tested at 0.04% | during low temperature storage.
\\0* v/v and 1.5 %v/v respectively; this Properties within acceptable limits.
{g? encompasses the proposed use rate. FOR-10-38
oy
§o
S
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section
(Annex
point)

study

method

results

reference

No significant changes in emulsion
stability were observed during
storage. For each time point, the
emulsion stability was within
acceptable limits (< 2 mL cream
after 30 minutes, trace oil). All
samples remained emulsified
throughout the entire test. f
9
Storage at 40°C for 8 Week(ﬁ
PET and F-HDPE. %
@(D
Active ingredient confé?nt
PET container &
Before storage: 0:842 Wt% (wt/wt)
Following storage: 0.847 Wt%
(wt/wt) i.e 1%6&6% retained.

O

o
Active ingredient content
F-HDPE container
Before storage: 0.842 Wit% (wt/wt)
Fol}éwing storage: 0.839 Wt%
(d@t/wt) i.e 99.6% retained.
L&
’ Cloguintocet-mexyl
PET container
Before storage: 0.795 Wt% (wt/wt)
Following storage: 0.799 Wt%

(wt/wt) i.e 100.5% retained.

N
i
L
b
&
S
o)

Stability of active substance and
safener acceptable over storage.
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section
(Annex
point)

study

method

results

reference

CIPAC MT
75.3

Cloquintocet-mexyl
F-HDPE container
Before storage: 0.795 Wt% (wt/wt)
Following storage: 0.795 Wt%
(wt/wt) i.e 100.0% retained.

N
i
L
b
&
S
o)

Appearance <&
Study report states that throu Hout
the entire study the test substance
was observed to be a cleag'yellow to
light yellow liquid. ¢
&
Packaging observations
Both bottle typesﬁmained in good
condition throughout the entire
study and showed no evidence of
corrosion og'other effects that would
interfere {xﬁth the safe handling of
the progict.
\\{&\
Eacli filled test container was
weighed at the eight week sampling
sD\ﬁoint. Results of the weighing
showed no significant weight
change from the initial weights for
both bottle types.

pH stable over storage.

No significant changes in persistent
foam over storage. All foam
measurements within acceptable

pH (1% dilution)

limits (< 60mL after 1 min). Levels
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Before storage: 5.30 of foa@@ at 1.5% v/v encompasses
Following storage (PET): 5.13 the posed use rate, therefore
Following storage (F-HDPE): 5.22 levels of foam are expected to be
gﬁceptable according to the
Q°maX|mum use rate given on the
CIPAC MT @N\O proposed label/according to the
36.3 Persistent Foam & | GAP.
At 1.5 %v/v concentration {29’
Before storage: 41 mL after ]{%@in Acceptable emulsion characteristics
Following Storage (PET) before and after storage.
after 1 min.
Following Storage (F- H«FBPE) 42
mL after 1 min. §
sbo
Emulsion Charg%terlstlcs
The minimurgand maximum Acceptable retention of properties
concentratlghs were tested at 0.04% | during accelerated storage for 8
v/v and 1\”§%v/v respectively; this | weeks at 40°C. Properties within
encompasses the proposed use rate. | acceptable limits.
No significant changes in emulsion
sta@ﬁity were observed during
storage. For each time point, the
@mulsmn stability was within
g acceptable limits (< 2 mL cream
& | after 30 minutes, trace oil). Al
\@ samples remained emulsified
@Q? throughout the entire test.
N
OO
/\,\'\@
&
s
S
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5\'®k>
o’}rb
\\‘QQ)
&
9
B.2.2.15 | Shelf life R
(IA 12 months at ambient @\\O Interim report that is part of an on-
2.7) temperature. @gf’ going 2 years storage study
&
CIPAC MT46 | XDE-729 methyl content <& FOR-10-

PET container S 40.01; Stock,

Before storage: 0.842 W% (wt/wt) M.

Following storage: 0.838 Wt%

In-house

HPLC method
according to
Study ID:
DAS-AM-G-
10-34

(wt/wt) i.e 99.5% retaifed.
S

XDE-729 methyl€ontent
F-HDPE contaiger
Before storagé: 0.842 Wt% (wt/wt)
Following storage: 0.831 Wt%
(wt/wt) i.g@&?% retained.

Qb
Cloq@%tocet-mexvl content
PEX container
Béfore storage: 0.795 Wt% (wt/wt)
. Following storage: 0.798 Wt%
(wt/wt) i.e 100.4% retained.

Cloguintocet-mexyl content
F-HDPE container

Before storage: 0.795 Wt% (wt/wt)
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Following storage: 0.803 Wt% &
(wt/wt) i.e 101.0% retained. Q}o‘?
o g
pH (1% w/v dilution) £
CIPAC MT Before storage: 5.74 @\\O
75.3 Following storage (PET): 5.20 (- &
0.54) Q?
Following storage (F-HDPE)%@GZ
(-0.12) &S
Q
. &
Persistent Foam &
At 1.5 %v/v concentrgtion.
CIPAC MT Before storage: 41 \\J;sﬁ_ after 1 min No significant changes in persistent
47.2 Following Storage”(PET): 33 mL foam over storage. All foam
after 1 min. q§ measurements within acceptable
Following Sterage (F-HDPE): 31 limits (< 60mL after 1 min). As
mL after 1 gin. above, 1.5% v/v encompasses the
,D@Q proposed maximum use rate.
$
Q(D
CIPAC MT Emyfision Characteristics
36.3 The minimum and maximum
Bﬁoncentrations were tested at 0.04%
&1 viv and 1.5 %v/v respectively; this
é@Q encompasses the proposed use rate. | Acceptable emulsion characteristics
\@ No changes in emulsion stability before and after storage.
@Q? were observed during storage. For
S each time point, the emulsion
<
&
s
S
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reference

Visual

stability was Oml and therefore
within acceptable limits (<2 mL
cream after 30 minutes, trace oil).
All samples remained emulsified
throughout the entire test.

<
&
Appearance &
Study report states that thedughout

the entire study the test@gﬁbstance
was observed to be a glear yellow to
light yellow liquid.&"
<
Packaging obseﬁations
Both bottle tyges remained in good
condition th¥oughout the entire
study andsshowed no evidence of
. N0
corrosléaﬁ or other effects that would
inter@?e with the safe handling of
the froduct.
&
. Each filled test container was
weighed and observed to determine
if the package condition
changed from the time of study
initiation.. Results of the weighing

Acceptable retention of properties
during 12 months storage at ambient
temperature. Properties within
acceptable limits.

showed no significant weight
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reference

change from the initial weights for &
both bottle types. Both bottle types §
remained in good condition N
throughout the entire study and s
showed no evidence of corrosion or |
other effects that would &
interfere with the safe handling of&
the product. Q?
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&
B.2.2.16 | Wettability Not Relevant | Not required for EC formulations - @5 -
(1A §
2.8) &
B.2.2.17 | Persistent foaming | CIPAC All foam measurements were within | No significant changes in persistent | FOR-10-37;
(1A Method MT | acceptable limits (< 60 mL foam) in fooa.‘PQﬁ over storage. All foam Stock, M.
2.8) 47 Standard water D. gheasurements within acceptable
Qﬁimits (£ 60mL after 1 min). Levels
§ of foam at 1.4% v/v are acceptable.
2" | Since the maximum recommended
Q® in use concentration is 1% v/v, this
;-D§ result confirms levels of foam at the
&S proposed use rate are expected to be
S acceptable.
@(D
N GLP - No
B.2.2.18 | Suspensibility CIPAC Not required for EC-formulations
(1A Method MT =
2.8) 15, MT 161 $
or MT 168 $
B.2.2.19 | Suspension stability | CIPAC Not requiregfor EC formulations
(INA Method MT ©
2.8) 160 or MT &
174 e
B.2.2.20 | Dilution stability CIPAC Notfequired for EC formulations
(1A Method MT | &
2.8) 1 L
B.2.2.21 | Dry sieve test CIPAC Qé‘ Not required for EC formulations
(1A Method MTe
2.8) 59.1 0
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(®)

B.2.2.22 | Wet sieve test CIPAC Not required for EC formulations &
(1A Method MT &
2.8) 59.3 or MT N

167 &
B.2.2.23 | Particle size OECD Not required for EC formulations S
(HIA distribution Method 110 N
2.8) 5

>
;\\OQ
L

CIPAC MT .0)\;;

58.3 or MT Q?

170 §°
B.2.2.24 | Content of CIPAC Not required for EC formulations
(1A dust/fines Method MT (Df
2.8) 171 or OECD N

Method 110 N
B.2.2.25 | Attrition and CIPAC Not required for Egb‘formulations
(INA friability Method MT NS
2.8) 178 L

Or S

\b

CIPAC &

Method MT ;b@Q

178.2 N

oy
@
2]
&
{\é@
v
é@Q
\\o*
Q@Q)Q
$)
$
<
N
O.
%
N
&
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B.2.2.26 | Emulsifiabilty, re- CIPAC Emulsion stability was within GLP - Yes Q;o@ FOR-10-37;
(A emulsifiabilty and Methods MT | acceptable limits (< 2 mL cream Acceptab\%mulsion characteristics | Stock, M.
2.8) emulsion stability 36.3 after 30 minutes, trace oil) for all $

time points (initial, following 30 539

minutes, 2 hours, 24 hours. Re- N

emulsification (30 secs after 6\&

inversion) and final emulsion N

stability (30 minutes) were also S

acceptable). All samples remained §°°

emulsified throughout the entire tgst.

The test was carried out using <

Standard water A and D. Thedow

and high use rates tested WQR? 0.04%

and 1.5% respectively, thiSrange

encompasses the propogé%l use rate.

N
B.2.2.27 | Stability of dilute CIPAC Addressed above. o\c“
(A emulsion Methods MT &
2.8) 20 or MT 173 L
B.2.2.28 | Flowability CIPAC Not required for EC formulations
(1A Method MT &
2.8) 172 S
B.2.2.29 | Pourability CIPAC Not regglired for EC formulations
(1A (rinsibility) Method MT \\{z?\
2.8) 148 &
B.2.2.30 | Dustability CIPAC N®t required for EC formulations
(A Method MT %
2.8) 34 N
B.2.2.31 | Adherence and CIPAC & | Notrequired for EC formulations
(A distribution to seeds | Method I\QAST
2.8) 175 &
S
@
N
&
s
S
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compatib
ility

No information on physical and &
chemical compatibility has been (\@Q
submitted; this is acceptable &
however, since the dossier does not é@»b
make any positive recommendations N

for tank mixing. R
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B.2.2.32 Summary of physical and chemical compatibility with other products (111A 2.9);&@
N
. . : o
B.2.3 Summary of physical and chemical properties 2
@

B.2.3.1  Active substance Q:Q

)
20 $
XDE-729 is a white solid with a mild odour. It has a relative density Pz~ of 1.505(2‘9 The melting
point is 145.5°C, with decomposition before boiling. The temperature of decomposition or
sublimation is 221.06°C. *H NMR, *C NMR, TSI+/TSI- MS and IR spgctra support the
structure of XDE-729. XDE-729 is not explosive, flammable, auto-flam#fable or oxidising.
XDE-729 is very slightly volatile with a vapour pressure of 1.5 x 10® Pa at 25°C. Aqueous
solubility is not pH dependent with XDE-729 being slightly soluble at pH 5 (1.66 mg/L), pH 7
(1.67 mg/L) and at pH 9 (1.69 mg/L). XDE-729 is very slightly voIatiLe\\’ln solution at pH 5, pH 7
and pH9 (Henry’s law constant at 25°C is 1.23 x 10 Pa.m™.mol™, 1522 x 10°® Pa.m®.mol™, 1.20
x 10° Pam®mol™). The pKa is 2.84 + 0.04 at 20°C. Thus vgJatilisation is not expected to
contribute significantly to the dissipation of XDE-729 in the er&t?fonment. The hydrolysis half-
life of XDE-729 is 81 days in solution at pH 4 at 25°C, 155 day8™at pH 7 (25°C) and 3 days at pH
9 (25°C). Therefore XDE-729 is classified as slightly hydrolysing at pH 4 and 7 and readily
hydrolysing at pH 9. There is significant absorbance >29035m in the UV-Vis spectrum for XDE-
729 when in solution at pH< 2, therefore at low pH chéﬁb-729 is photolytically labile. At pH 7
and pH>10, there is no significant absorbance >29gb\m in the UV-vis spectrum, therefore at
higher pH XDE-729 is photolytically stable. The estimated atmospheric half-life for XDE-729 is
estimated to be 25.87 hours. XDE-729 is very@fﬁghtly soluble in n-heptane (0.0361 mg/L),
slightly soluble in n-octanol and xylene (9.83 mg/L, 9.13 mg/L) and moderately soluble in ethyl
acetate, 1,2-dichloromethaneacetone, acetoneQém methanol (129 mg/L, 65.9 mg/L, >250 mg/L
and 38.1 mg/L). The n-octanol/water partitign coefficient is not pH dependent (LogioPow = 3.75
at pH 5, LogioPow = 3.76 at pH 7 and Lo HPow = 3.92 at pH 9). The data suggest a potential to
be fat 1soluble. The surface tension og%\ 90% aqueous solution of XDE-729 at 20°C is 72.5
mN.m™. &

v

S

(g
Degradation Product X11449750@>b

'H NMR, **C NMR, MS and j@%pectra support the structure of X11449757. X11449757 is very
slightly volatile with a vapefir pressure of 8.0 x 10® Pa at 25°C. Aqueous solubility is pH
dependent with X1144975%being slightly soluble at pH 5 (2.12 mg/L), moderately soluble at pH
7 (265 mg/L) and modé?\r;ltely-readily soluble at pH 9 (> 250 ¢g/L). The pKa is 5.6 for the
carboxylic acid and 7@?0r the phenolic functional group. There is significant absorbance >290
nm in the UV-Vis spectrum for X11449757 when in solution at pH< 2, therefore at low pH
X11449757 is phetolytically labile. At pH 7 and pH>10, there is no significant absorbance
>290nm in the &V-vis spectrum, therefore at higher pH X11449757 is photolytically stable.
X11449757 i§\<§ery slightly soluble in n-heptane, 1,2-dichloroethane and xylene (<0.1 mg/L),
slightly sol%ﬁie in ethyl acetate, acetone and n-octanol (0.3 mg/L, 7.0 mg/L, 2.6 mg/L) and
moderatel luble in methanol (120 mg/L). The n-octanol/water partition coefficient is not pH
dependegg()?_ogloPow <0.3atpHS5, pH 7 and pH 9). The data suggest a low propensity for
bioac@nulation.
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Degradation Product X11393729 (XDE-729 acid) \Q@
'H NMR, C NMR, MS and IR spectra support the structure of X11393729 (XDE-729 aid).
X11393729 (XDE-729 acid) is very slightly volatile with a vapour pressure of 3.0 x 10’ \°-Pa at
25°C. Aqueous solubility is pH dependent with X11393729 (XDE-729 acid) being mqﬁbrately
soluble at pH 5 (102 mg/L), and readily soluble at pH 7 and pH 9 (3.07g/L , 46. 1g/L)§’The pKa
is 5.11 £ 0.01 at 21.9°C. There is significant absorbance >290 nm in the UV-Vis Spectrum for
X11393729 (XDE-729 acid) when in solution at pH< 2, therefore at low pH X11§93729 (XDE-
729 acid) is photolytically labile. At pH 7 and pH>10, there is no signifiant absorbance
>290nm in the UV-vis spectrum, therefore at higher pH X11393729 (@E-?ZQ acid) is
photolytically stable. X11393729 (XDE-729 acid) is very slightly solubl@zin n-heptane (<0.2
mg/L), slightly soluble in xylene, (8.5 mg/L) and moderately soluble i n-octanol and 1,2-
dichloromethane (430 mg/L and 130 mg/L) and readily soluble in et@ﬁ acetate, acetone and
methanol (1.2 g/L, 4.4 g/L and 4.2 g/L). The n-octanol/water partlthﬁbcoeffluent is slighly pH
dependent (LogioPow = 0.42 at pH 5, Logi1oPow =-0.83 at pH 7 and IO‘OgloPow- -1.01 pH9). The

data suggest a low propensity for bioaccumulation. @
\:
-9
N

S

: o
Degradation Product X11406790 &
The n-octanol/water partition coefficient is slightly pH depgér\dent (Log10Pow=0.96 at pH 5,
LogioPow = <0.3 at pH 7 and Log;oPow = <0.3 pH 9). Tlg@data suggest a low propensity for
bioaccumulation.

b\{\

B.2.3.2 Plant protection product @,‘D

The representative plant protection product for XDE-729 is ‘GF-2573°. ‘GF-2573" is an
Emulsion Concentrate (EC) formulation containing 7.817g active substance XDE-729 methyl/L
and 7.5 g cloquintocet-mexyl/L. ‘GF-2573’ §a yellow liquid (25.5°C) with a solvent odour, it is
not classified for physico-chemical propegfl’es When analysed by HPLC, the active substance
content in the formulation was within spécification. The pH of a 1% dispersion in water is pH
5.3. ‘GF-2573’ has a relative density Q?’O 905. Surface tension for a 0.27% v/v dilution at 20°C
was 33.0 mN/m and for a 1.25% v/v dﬁutlon at 20°C was 29.5 mN/m. Viscosity at 40°C was 4.22
mPa.s. A written statement was provided stating that the hydrocarbon content does not exceed
10%. This statement is confir by reference to the formulation details in document J. The
product does not require furthgg%onmderaﬂon as an aspiration hazard. Levels of persistent foam
and emulsion characteristics<are within acceptable limits. The active substance content and all
physicochemical properUe&Were acceptably retained after accelerated storage (18 days at 54°C)
and 12 months storage at-ambient temperature; a 2-year shelf life study is ongoing, acceptable
retention of properties were demonstrated following cold temperature storage.

Two studies were %B’mltted to address effectiveness of tank cleaning procedures as part of the
submission. Thes&studies have not been evaluated as part of the consideration for authorisation
of XDE-729 m\eﬁyl they are for consideration by efficacy experts during evaluation of the
product at mefiber state level. It is noted however, that the notifier concludes that there is
potential fog2 ow levels of crop injury to subsequent crops, and therefore as a precautionary
approach éhe following label text has been suggested for GF-2573 by the notifier:

9\0

TANK CLEANING

XD@ZQ methyl (GF-2573) is active to a range of broad-leaved crop species. To avoid

ubsequent injury to crops other than cereals (wheat, durum wheat, spelt, barley, rye, triticale),
<all spraying equipment must be thoroughly cleaned both inside and out.

&L

O
N
gﬁb
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¥
The use of a proprietary cleaner such All Clear Extra at 0.5 % v/v or bleach containing 5 % g
hypochlorite is advised where sensitive crops are likely to be sprayed following use of XDE- g@
methyl containing products.

Q@
<
B.2.4 References relied on $
e
: <p
Annex Point/ | Author(s) Year Title _ o Data Owmer
Reference Source (where different from the Company), <§) Protection
Number Company, Report Number, Q@ claimed
GLP or GEP status (where relevant), o (YIN)
Published or not ,(9
B.2.1.1 Frank, A. 2011 Determination of Color, Physical State, Ong,V Y DAS
Melting Point and Decomposition Tempetatures
of XDE-729 Methyl Pure Active Ingregﬁént
Dow AgroSciences LLC
DAS Report No.: FAPC- @510 84
(Accession Number) 2007@%
GLP/GEP (Y/N): Yy &
Published (Y/N): ’
B.2.1.2 Frank, A. 2011 Determination of Color, P@s’ical State, Odor, Y DAS
Melting Point and Decczl;?osition Temperatures
of XDE-729 Methy!l ‘Pg Active Ingredient.
Dow AgroSciences LIC
DAS Report No.: ®‘D FAPC-G-10-84
(Accession Nur@‘er) 2007676
GLP/GEP (Y@ Y
Published (¥IN): N
B.2.1.3 Frank, A. 2011 Determination of Color, Physical State, Odor, Y DAS
Meltin cs%int and Decomposition Temperatures
of XDE-729 Methyl Pure Active Ingredient.
Do@groSciences LLC
DA Report No.: FAPC-G-10-84
ccession Number) 2007676
oF GLP/GEP (Y/N): Y
0| Published (Y/N): N
B.2.14 Elliott, T 201@‘ XDE-729 methyl PAI: Determination of Density Y DAS
4 for Solids. (EU)
’OQ ABC Laboratories, Inc.
(Eb DAS Report No.: NAFST-10-246
N (Accession Number) 2007536
& GLP/GEP (Y/N): Y
@) Published (Y/N): N
B.2.15 Turner,B. 2011 Determination of Vapour Pressure for XDE-729 Y DAS
(§\ methyl
5\ Huntingdon Life Sciences Ltd
é‘ DAS Report No.:
Q NAFST-10-92
G‘? (Accession Number) 2008310
‘\& GLP/GEP (YIN): Y
IS Published (Y/N): N
J
S
OC)
%b
&
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Annex Point/ | Author(s) Year Title . Data 9\ er
Reference Source (where different from the Company), Protection 5\
Number Company, Report Number, claimed b
GLP or GEP status (where relevant), (YIN) (g}
Published or not Q
B.2.1.6 Jones, J. 2011 Calculation of the Henry's Law Constants for \@U DAS
XDE-729 methyl from Unbuffered and pH 5, 7, Q
and 9 Buffered Water bo
Dow AgroSciences LLC @
DAS Report No.: <§
NAFST-11-115 )
(Accession Number) 2008393 ~QQ’
GLP/GEP (Y/N): Y >
Published (Y/N): N N
B.2.1.7 Frank, A. 2011 Determination of Color, Physical state, Odar, Y DAS
B.2.1.8 Melting Point and Decomposition Temperature of
B.2.1.9 XDE-729 Methyl Pure Active Ingred'\ .
Dow AgroSciences LLC \(b
DAS Report No.: FAPC-G-10-84
(Accession Number) 20%_@96
GLP/GEP (Y/N): \
Published (Y/N): N
B.2.1.7 Frank, A. 2011 Determination of Color, Qﬁbr, Physical State, Y DAS
B.2.1.8 Oxidizing and ReducingAction, Explodability,
B.2.1.9 pH and Bulk Density\Qf DE-729 Methyl
Technical Grade Active Ingredient.
Dow AgroSciencgsLLC
DAS Report Noz FAPC-G-10-83
(Accession ber) 2007675
GLP/GEP (¥9N): Y
Published:¢Y/N): N
o~
B.2.1.10 Habeeb, S. 2011 X11393728: XDE-729 Methyl: Determination of Y DAS
Spﬁ,&ral Characteristics (UV/Visible Absorption
apd Molar Absorptivity, Mass Spectrum, Infrared
ectrum, and NMR)
qg\}‘ABC Laboratories, Inc; Spectral Data Services,
Inc
.,@Q DAS Report No.:
o NAFST-10-316
) § (Accession Number)
(Eb 2008011
%0 GLP/GEP (Y/IN):
AN Y
2 Published (Y/N):
& N
B.2.1.11 Turne§B. 2011 Determination of Water Solubility for XDE-729 Y DAS
S Methyl
& Huntingdon Life Sciences Ltd
Q(b DAS Report No.: NAFST-10-93
@‘? (Accession Number) 2008311
@ GLP/GEP (Y/N): Y
NS Published (Y/N): N
Q
<
oy
Qb
&
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Annex Point/ | Author(s) Year Title . Data 9\ er
Reference Source (where different from the Company), Protection 5\
Number Company, Report Number, claimed )
N
GLP or GEP status (where relevant), (YIN) (D@
Published or not Q
B.2.1.12 Turner, B. 2011 Determination of Organic Solvent Solubility for \Qg}u DAS
XDE-729 Methyl TGAI Q
Huntingdon Life Sciences Ltd bo
DAS Report No.: @
NAFST-10-96 &
(Accession Number) 2008658 »
GLP/GEP (Y/N): Y <
Published (Y/N): N o
B.2.1.13 Turner, B. 2011 Determination of Octanol/Water Partition x_* Y DAS
Coefficient for XDE-729 Methyl by Shak&ﬁask
Method
Huntingdon Life Sciences Ltd ~\OQ
DAS Report No.: NAFST@-QS
(Accession Number) 20083&5‘2
GLP/GEP (Y/N): Y L@
Published (Y/N): N Q-
B.2.1.14 Liu, D.; 2011 Hydrolysis of XDE-729 Ml‘@n pH 4,7 and 9 Y DAS
B.2.1.15 Smiht, K.P.; Dow AgroSciences LLC\(B\
Adelfinskaya, DAS Report No.: ¢S 090126
Y. (Accession Number).& 2009565
GLP/GEP (Y/N): ,bb Y
Published (Y/N):& N
B.2.1.16 Blakeslee, 2011 Aqueous Photggasis of XDE-729 ME inpH 7 Y DAS
B.2.1.17 B.A.; Balcer, Buffer and Nétural Water Under Xenon Light
J.L.; Laughlin, Dow AgraS€iences LLC
L.A. DAS Report No.: 101793
(Accession Number) 2009567
GL%@’EP (Y/N): Y
Pq@shed (Y/N): N
@
B.2.1.18 Cathie, C. 2011  |;Petermination of Dissociation Constant of XDE- Y DAS
c\}‘ 729 methyl Using UV-Visible Spectrophotometry
Q(b Dow AgroSciences (NZ) Ltd
<0 | DAS Report No.: 10-040-G
X (Accession Number) 2008365
IS GLP/GEP (Y/N): Y
XN .
o Published (Y/N): N
B.2.1.19 Wendleburg@\’ 2011 Estimation of the Photochemical Oxidation Rate Y DAS
B.M.; Boulgn, of XDE-729
J.P. O Dow AgroSciences LLC
é(/ DAS Report No.: 101450
\’b (Accession Number) 2008281
S GLP/GEP (Y/N): N
& Published (Y/N): N
B.2.1.20 JFurner, B. 2011 Determination of surface Tension, Flammability Y DAS
(’S‘ (solids), Explosive Properties, Relative Self-
Q Ignition Temperature for Solids and Oxidising
Q)é‘ Properties for XDE-729 Methyl TGAI
& Huntingdon Life Sciences, Ltd
> DAS Report No.: NAFST-10-124
bo (Accession Number) 2008721
{\3’ GLP/GEP (Y/N): Y
~ Published (Y/N): N
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B.2.1.22

Turner, B.

2011

Determination of surface Tension, Flammability
(solids), Explosive Properties, Relative Self-
Ignition Temperature for Solids and Oxidising
Properties for XDE-729 Methyl TGAI
Huntingdon Life Sciences, Ltd

DAS Report No.:
(Accession Number)
GLP/GEP (Y/N): Y
Published (Y/N): N

2008721 <
S

<
X

NAFST-10-124 Qf

N
S

&
Q
O
D)

DAS

B.2.1.23

Turner, B.

2011

[/2)
Determination of surface Tension, Flammability
(solids), Explosive Properties, Relative self-
Ignition Temperature for Solids and Qﬁdising
Properties for XDE-729 Methyl TGAT
Huntingdon Life Sciences, Ltd =&
DAS Report No.: NAEST-10-124
(Accession Number) 2%0, 721
GLP/GEP (Y/N): ;@
Published (Y/N): SON

DAS

B.2.1.24

Turner, B.

2011

Determination of surfaceTension, Flammability
(solids), Explosive Pr@perties, Relative Self-
Ignition Temperatyre for Solids and Oxidising
Properties for XDE-729 Methyl TGAI
Huntingdon L@Sciences, Ltd

DAS Report No.: NAFST-10-124
(Accession Number) 2008721

GLP/G IN): Y

Publishéd (Y/N): N

DAS
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B.2.1.5

Comb, A.L.

Determination of Vapour Pressure for X11449757
Huntingdon Life Sciences Ltd

DAS Report No.: NAFST-10-322
(Accession Number) 2009378

GLP/GEP (Y/N): Y

Published (Y/N): N

Y

DAS

B.2.1.10

X11449757: Determination of Spectral
Characteristics (UV/Visible Absorption and Molar
Absorptivity, Mass Spectrum, Infrared Spectrum,
and NMR)

ABC Laboratories, Inc
DAS Report No.:
(Accession Number)
GLP/GEP (Y/N): Y
Published (Y/N): N

NAFST-11-114
2009156

DAS

2011

Determination of Water Solubility for X11449757
Huntingdon Life Sciences Ltd

DAS Report No.: NAFST-10-321
(Accession Number) 2009569

GLP/GEP (Y/N): Y

Published (Y/N): N

DAS
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B.2.1.12 Comb, A.L. 2011 Determination of Organic Solvent Solubility for \Qg}u DAS
X11449757 O(\
Huntingdon Life Sciences Ltd >
DAS Report No.: NAFST-10-324 {\@
(Accession Number) 2009536 O
GLP/GEP (Y/N): Y P
Published (Y/N): N Q
B.2.1.13 Comb, A.L. 2011 Determination of Octanol/Water Partition (QV Y DAS
Coefficient for X11449757 by HPLC Meth@-
Huntingdon Life Sciences Ltd
DAS Report No.: NAFST- 10
(Accession Number) 2009377 \\,
GLP/GEP (Y/N): y &
Published (Y/N): N 2
B.2.1.18 Comb, A.L. 2011 Determination of DlssomatlonQShstant for Y DAS
X11449757
Huntingdon Life Sciences
DAS Report No.: O\"Z>NAFST-1O—323
(Accession Number) -9 2009564
GLP/GEP (Y/N): & Y
Published (Y/N): N
B.2.15 Comb, A.L. 2011 Determination of@apour Pressure for XDE-729 Y DAS
acid (X11393729)
Huntingdon Eife Sciences Ltd
DAS Rep tNo.: NAFST-11-18
(Accessjgn Number) 2009380
GLP/ (Y/N): Y
Published (Y/N): N
B.2.1.10 Habeeb, S. 2011 X13393729: XDE-729 Methyl: Determination of Y DAS
ectral Characteristics (UV/Visible Absorption
{Zand Molar Absorptivity, Mass Spectrum, Infrared
] Spectrum, and NMR)
®Q ABC Laboratories, Inc; Spectral Data Services,
Inc.
Qb(b DAS Report No.: NAFST-10-317
;QO (Accession Number) 2008012
3 GLP/GEP (YIN): Y
D Published (Y/N): N
B.2.1.11 Comb, A,L? 2011 Determination of Water Solubility for XDE-729 Y DAS
& acid (X11393729)
Q Huntingdon Life Sciences Ltd
6\’0 DAS Report No.: NAFST-11-17
S (Accession Number) 2009379
va GLP/GEP (Y/N): Y
P Published (Y/N): N
B.2.1.12 § Comb, A.L. 2011 Determination of Organic Solvent Solubility for Y DAS
oS XDE-729 acid (X11393729)
<§ Huntingdon Life Sciences Ltd
N DAS Report No.: NAFST-11-19
S (Accession Number) 2009537
. @b GLP/GEP (Y/N): Y
;Q\ Published (Y/N): N
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B.2.1.13

Comb, A.L.

2011 Determination of Octanol/Water Partition
Coefficient for XDE-729 acid (X11393729) by
Shake Flask Method

Huntingdon Life Sciences Ltd

DAS Report No.: NAFST-11-16
(Accession Number) 2009395
GLP/GEP (Y/N): Y

Published (Y/N): N

(%]
~Q
.
O

N
S

&
Q
O
D)

DAS

B.2.1.18

Cathie, C.

2011 Determination of Dissociation Constant of XR-
729 Using UV-Visible Spectrophotometr&0
Dow AgroSciences (NZ) Ltd

DAS Report No.: 10-039-G:
(Accession Number) 200751%(0
GLP/GEP (Y/N): Y o\?

Published (Y/N): N

DAS

B.2.1.5

Comb, A..L

4]

Yo s
2012 | Determination of Octanol/W§e‘r Partition Coefficie
HPLC method Huntingdor‘;@ e Sciences Ltd.
DAS Report No: NAFST~12-45
(Accession Number): 655
GLP/GEP (Y/N): N -&
Published (Y/N): va

Q

N

DAS
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B.2.2.1
B.2.2.2
B.2.2.3

Rozniak,

Ia,éfermination of Color, Odor, Physical state,
E@Xidizing and Reducing Action, Flashpoint, pH,
Viscosity and Density of GF-2573, an End Use
Product Containing XDE-729 Methyl and
Cloquintocet-mexyl under GLP

Impact Analytical, USA
DAS Report No.:
(Accession Number)
GLP/GEP (Y/N):
Published (Y/N):

NAFST-11-26
2007895

Y

N

Y

DAS

2011

Determination of Surface Tension, Explosive
Properties, Auto-Ignition (liquids and gases) and
Oxidising Properites (liquids) for GF-2573
Huntingdon Life Sciences Ltd
DAS Report No.:

(Accession Number)
GLP/GEP (Y/N):

Published (Y/N):

NAFST-11-36
2008487

Y

N

DAS
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B.2.2.8 Frank, A 2012 | Determination of Flammability of GF-2573 an End Q‘W DAS
Use Product Containing XDE-729 methyl and t)O
Cloquintocet-mexyl @
Dow AgroSciences LLC <§“
Study ID: FAPC-G-12-1 S
GLPIGEP (Y/N): Y &
Published (Y/N): N o
B.2.2.8 Frank, A 2012 | Determination of Flammability of GF-2573 an;End Y DAS
Use Product Containing XDE-729 methyl a@b
Cloquintocet-mexyl S
Dow AgroSciences LLC q’)x\
DAS Report No.: FAPC-G-12-1
(Accession Number) 2011128 &
GLP/GEP (Y/N): Y <&
Published (Y/N): N s
B.2.2.10 Rozniak, | 2011 | Determination of Color, Odo ysical state, Y DAS
M. Oxidizing and Reducing Acggbn, Flashpoint, pH,
Viscosity and Density of .@?—2573, an End Use
Product Containing x%%?zg Methyl and
Cloquintocet-mexyl ugder GLP
Impact Analytical, USA
DAS Report No.: &~
NAFST-11-26 »~
(Accession Number) 2007895
GLP/GEP (¥IN): Y
Published {¥/N): N
ol
B.2.2.11 Turner, B. | 2011 | Determination of Surface Tension, Explosive Y DAS
Properties, Auto-Ignition (liquids and gases) and
O@ising Properites (liquids) for GF-2573
Huntingdon Life Sciences Ltd
$'DAS Report No.: NAFST-11-36
§Q (Accession Number) 2008487
\Q‘D GLP/GEP (Y/N): Y
Q)&b Published (Y/N): N
-
B.2.2.12 Rozniak;| 2011 | Determination of Color, Odor, Physical state, Y DAS
B.2.2.13 M. § Oxidizing and Reducing Action, Flashpoint, pH,
S Viscosity and Density of GF-2573, an End Use
& Product Containing XDE-729 Methyl and
(OQ Cloquintocet-mexyl under GLP
§ Impact Analytical, USA
\S\O DAS Report No.: NAFST-11-26
> (Accession Number) 2007895
§ GLP/GEP (Y/N): Y
@0 Published (Y/N): N
&
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B.2.2.14

Tebbe, C.

2011a

Accelerated Storage Stability of GF-2573 in Glass
Dow AgroSciences LLC

DAS Report No.:

FOR-10-37

(Accession Number) 2008963
GLP/GEP (YIN): Y
Published (Y/N): N

DAS

B.2.2.14

Tebbe, C.

2011b

Eight Week Accelerated Storage Stability of %—2573
in PET and F-HDPE
Dow AgroSciences LLC
DAS Report No.:
(Accession Number)
GLP/GEP (Y/N):
Published (Y/N): N &

FOR-10-38

200826§
Y

DAS

B.2.2.15

Tebbe, C.

2012

Storage Stability and Package C@rrosion
Characteristics of GF-2573 m@ET and F-HDPE; Two
year Ambient Study .@

Dow AgroSciences LLC -&

DAS Report No.: FOR-@AO

(Accession Number) 2812622

GLP/GEP (Y/N): Y’

Published (Y/N): N~

DAS






