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Figure S1: H, 3C and *F NMR of compound 9-16
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'H and "*C NMR of compound 11
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'H and "3C NMR of compound 12
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'H and *C NMR of compound 14
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'H and "*C NMR of compound 15a
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"F NMR of compound 15a
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'H and "*C NMR of compound 15b
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'H and "*C NMR of compound 16a
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"F NMR of compound 16a

Lth-18F(2018)

&
SKN-7-027 b | o00

CHy &

\ "

- 1500

’ \N

MH_ 7
ki L4000

F HC I cli
\ 7
S CH;
F NE R 5 \
4 2 = L3500
3000
L2500
2000
L1500
L1000
Fso0
/"‘“““““‘““‘-—-44————;4____4‘__ﬁ_5_4_ﬁ_4‘_4‘ﬂ o
500
T T T T T T T T T T T T T T T T T T T T T
10 0 10 -20 30 40 -50 60 70 80 GO —110 ~130 ~150 -170 ~1%0 —210
1 (ppm)

S9



'H and "*C NMR of compound 16b
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Table S1 and S2: Larvicidal activity against Spodoptera (14 and 15a)

The lavicidal activities of synthesized compounds were evaluated by the leaf-dip procedure.®
The aqueous solution of prepared compounds and chlorantraniliprole in acetone (H:2O :
acetone = 95 : 5) were sprayed to a cabbage leave placed on moistened filter paper (disc,
diameter 8.8 cm) in petri dishes. After allowing to dry, the dishes were infested with 10
Spodoptera litura (third-instar). After 1, 2, 3, and 4 days, percentage of mortalities was
evaluated. The treatments were replicated three times. For negative control, larvicidal

activities were 0 % at each time. Ref. is chlorantraniliprole as a positive control.

Table S1. Larvicidal activity depend on time

against the 3 instar larvae of Spodoptera litura

Enty  Compd  Concentration Larvicidal activity (%) at 24 h
(ppm)
1 2 3 Average
1 14 50 0 0 0 0
2 Ref 25 60 30 50 46.7
3 15a 50 0 0 0 0
4 Ref 25 10 20 10 13.3
against the 3 instar larvae of Spodoptera litura
Enty  Compd  Concentration Larvicidal activity (%) at 48 h
(ppm)
1 2 3 Average
1 14 50 20 0 20 13.3



against the 3 instar larvae of Spodoptera litura

Entry Compd Concentration Larvicidal activity (%) at 72 h
(ppm)
1 2 3 Average
1 14 50 70 30 40 46.7
2 Ref 25 100 100 100 100
3 15a 50 50 40 50 46.7
4 Ref 25 100 100 100 100
against the 3 instar larvae of Spodoptera litura
Entry Compd Concentration Larvicidal activity (%) at 96 h
(ppm)
1 2 3 Average
1 14 50 80 70 70 73.3
2 Ref 25 100 100 100 100
3 15a 50 50 50 60 53.3
4 Ref 25 100 100 100 100
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Table S2. Picture of eating area

Pictures of eating area_ after 96 h
Entry Compd (The 3" instar stage larvae of Spodoptera

litura)

] 14
(sulfide)
5-10 % eating
Ref.
2 positive control

(chlorantraniliprole)

Negative control
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Pictures of eating area_ after 96 h
Entry Compd (The 3" instar stage larvae of Spodoptera
litura)

15a
2 (N-trifluoroacetyl
sulfilimine)
5-10 % eating
Ref.
6 positive control

(chlorantraniliprole)

0 - 5 % eating

= g

Negative control

S14



Table S3. Physical properties of organosulfur-substituted anthranilic

diamides
CH,
Hl\ll 0 Br
Ho | N
N NG
HaC, O cl
25 CHz; N7
X3y > N \
14 -16
Compd Solubility®® N
Entry o X Y o Log Ped Permeability®
(Functionality) (Equilibrium)
14 5.40+0.794 uM
o o 3.45 -4.3+0.047
(Sulfide) (2.67+0.393 pg/mL)
15 3973% 144N
o NCOCF;3 o 3.74 -4.5+0.059
(Sulfilimine) (240.7 £ 8.737 pg/mL)
e T T T L T Y
3 ) 0] o 2.59 -4.8+0.037
(Sulfoxide) (248.3 + 8.083 pg/mL)
S 16a 3968+ 149wM
o NCOCF;3 0) 4.95 -4.7+0.075
(Sulfoximine) (246.7 £9.292 png/mL)
S 1 1245165 M
0] 3.04 -4.5+0.030
(Sulfone) (65.6 £ 8.693 pg/mL)
21,5+ 1.59 pM
6 Chlorantraniliprole 5.25 -4.3+£0.046
(10.4£0.771 pg/mL)
319k 46
7 Cyantraniliprole 3.50 -44+0.077

(179.0 + 6.928 pg/mL)

*Method for determination of equilibrium solubility: uSOL?’; bat 25°C and pH 7.4; “Using ACD / Labs T3

method (pH — metric); “for graphs, please see the supporting information, *Method for determination of

permeability: PAMPA
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Figure S2: pH-metric Log P of compounds 14-16

pH-metric Log P of compounds 14

[+ - ] pH-metric
[Sample name: SJP-TK0019 Experiment start time: 9/1/2016 1:55:54 AM
Assay name:  pH-metric medium logP Analyst:

IAssay ID: 161-01002 Instrument ID: T310022

Filename: D:\data\Customer\161-01002_SJP-TK0019_pH-metric medium logP.t3r

Overall results

RMSD 0.408
|Average ionic strength 0.159M
\Average temperature 250°C
Partition ratio 0.2745:1

|Analyte concentration range 2317.8 uM to 2446.0 uM
Total points considered 43 of 56

\Warnings and errors

Errors None
Wamings Sample concentration factor out of range
Sample
SJP-TK0019 concentration factor 0.456
Acid pKa 1 10.60
logP (neutral XH) 345
logP (X -) 297
Sample graphs
lonisation of sample SJP-TKD019 Distribution of species for sample SJP-TKD019
10. 10 - .
¢ A T e :? 08
% B v '\ ] V
5 e I |¥ 3 06
-4 i i §°
M U e
s »
t ! ! o
} T T T s 20 T
3 S5 7 9 " 3
pH (Concentration scale)
Lipophiicity Profile
34
a3
[=]
ga2
31
30
3 5 7 H 1
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Sample logD and percent species

IPH SJP-TK0019 SJP-TK0019 SJP-TK0019 SJP-TK0019 SJP-TK0019 Comment
logD SJP-TK0019H SJP-TK0019 SJP-TK0019H* SJP-TK0019*

1.000 345 0.13% 0.00 % 99.87 % 0.00 %
1.200 345 0.13% 0.00 % 99.87 % 000%  Stomach pH
2.000 345 013% 0.00 % 99.87 % 0.00 %
[3.000 345 013% 0.00 % 99.87 % 0.00 %
4.000 345 0.13% 0.00 % 99.87 % 0.00 %
5.000 345 0.13% 0.00 % 99.87 % 0.00 %
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= pH-metric

Sample name: SJP-TK0019 Experiment start time: 9/1/2016 1:55:54 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01002 Instrument ID: T310022

Filename: D:\data\Customer\161-01002_SJP-TK0019_pH-metric medium logP.t3r

Sample logD and percent species (continued)

pH SJP-TK0019 SJP-TK0019 SJP-TK0019 SJP-TK0019 SJP-TK0019 Comment
logD SJP-TK0019H SJP-TK0019 SJP-TK0019H™ SJP-TK0019"

6.000 345 013% 0.00 % 99.87 % 0.00 %

6.500 345 013% 0.00 % 99.87 % 0.00 %

7.000 345 0.13% 0.00 % 99.86 % 0.01%

7.400 345 0.13% 0.00 % 99.85 % 002%  Blood pH
8.000 345 013% 0.00 % 99.79 % 0.08 %

9.000 344 0.13% 0.00 % 99.05 % 0.82 %

10.000 339 0.12% 0.03% 9219% 767 %

11.000 317 0.07 % 0.18% 5447 % 4529%

12.000 3.00 0.01% 0.35% 10.70 % 88.94 %
Carbonate and acidity

Carbonate 0451 mM
Acidity error 0.286 mM

Other graphs

Assay progress Titration graph

-y

T T
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ml of titrant HC1

Buffer index profile
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Residua charge concentraton (yM)
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S pri-meuic

STVS

Sample name: SJP-TK0019 Experiment start ime:  9/1/2016 1:55:54 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01002 Instrument ID: T310022
Filename: D:\data\Customer\161-01002_SJP-TK0019_pH-metric medium logP.t3r

Other graphs (continued)
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pH-metric Log P of compounds 15b

= pH-metric
ISample name: SKN-7-022-2 Experiment start time: 9/1/2016 9:03:46 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01008 Instrument ID: 1310022

Filename: D:\data\Customer\161-01008_SKN-7-022-2_pH-metric medium logP.t3r

Overall results

RMSD 0.301
|Average ionic strength 0.159M
|Average temperature 250°C
Partition ratio 0.2728:1

lAnalyte concentration range 1875.6 uM to 1985.9 uM
Total points considered 43 0f 56

Warnings and errors

[Errors None
\Wamings None
Sample
¥ SKN-7-022-2 concentration factor 0.885
Acid pKa 1 10.30
logP (neutral XH) 259
logP (X -) 325
Sample graphs
lorisation of sample SKN.7.022.2 Distribution of species for sample SKN-7.022.2
0 o v »
$ v 2
g - |
5 |
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i !
|I T T
3 5 4
pH (Concentration scale)
Lipophilicity Profile
324
304
Q
g
28 4
26
3 5 7 9 1"

pH (Concentration scale)

Sample logD and percent species

IPH SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 Comment
logD SKN-7-022-2H SKN-7-022-2 SKN-7-022-2H" SKN-7-022-2*

1.000 259 094 % 0.00 % 99.06 % 0.00 %
1.200 259 0.94 % 0.00 % 99.06 % 0.00%  StomachpH
2.000 259 094 % 0.00 % 99.06 % 0.00 %
[3.000 259 0.94 % 0.00 % 99.06 % 0.00 %
4.000 259 094 % 0.00 % 99.06 % 0.00 %
5.000 259 0.94 % 0.00 % 99.06 % 0.00 %
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4 -] pH-metric
ISample name: SKN-7-022-2 Experiment start time: 9/1/2016 9:03:46 AM
/Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01008 Instrument ID: T310022

Filename: D:\data\Customer\161-01008_SKN-7-022-2_pH-metric medium logP.t3r

Sample logD and percent species (continued)

IPH SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 SKN-7-022-2 Comment
logD SKN-7-022-2H SKN-7-022-2 SKN-7-022-2H" SKN-7-022-2*

15.000 259 0.94 % 0.00 % 99.04 % 0.02 %

16.500 259 0.94 % 0.00% 93.99 % 0.07 %

[7.000 259 0.94 % 0.00 % 98.83 % 023%

7.400 259 0.94 % 0.00% 93.50 % 057%  Blood pH
18.000 259 0.92 % 0.00 % 96.86 % 22%

9.000 265 077 % 0.04% 80.73% 18.47 %

10.000 293 0.29 % 0.14% 30.29 % 69.28 %

11.000 3.19 0.04% 020% 418% 9558 %

12.000 324 0.00 % 021% 043% 99.35 %
Carbonate and acidity

Carbonate  0.440 mM
Acidity error 0.335 mM

Other graphs

Assay progress Titration graph

T T
30:00 1:00:00 0.00 0.02 0.04 0.06 0.08 |

Assay time (s) ml of titrant HCI

. Charge batance residuals Buffer index profile
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= pH-metnc

Sample name: SKN-7-022-2 Experiment start time: 9/1/2016 9:03:46 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01008 Instrument ID: T310022

Filename: D:\data\Customer\161-01008_SKN-7-022-2_pH-metric medium logP.t3r
Other graphs (continued)
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Reported at: 9/5/2016 1:43:17 PM Page 3 of 3
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pH-metric Log P of compounds 15a

[ + pH-metric
Sample name: SKN-7-022-1 Experiment start time:  9/1/2016 6:47:11 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01006 Instrument ID: T310022

Filename: D:\data\Customer\161-01006_SKN-7-022-1_pH-metric medium logP.t3r

Overall results

RMSD 0.252
Average ionic strength 0.159M
Average temperature 250°C
Partition ratio 0.2740:1

Analyte concentration range 1598.6 uM to 1689.8 uM
Total points considered 380of 54

Warnings and errors

Errors None
Wamings Sample concentration factor out of range
Sample
€ SKN-7-022-1 concentration factor 0.635
Acid pKa 1 10.60
logP (neutral XH) 374
V logP (X-) 535
Sample graphs
lorisation of sample SKN-7-022-1 Distribution of species for sample SKN-7.022-1
064 1.0 ————
§ 0 vf.w‘}" ""va,‘.:".:wj- o8
! = : . g
% 24 7 ! If v"v 308
v -
B | | v g il
3 04
g i i . ? 02
; 5 1 1 »
II T T T - T -~ 00 - { T T
3 5 7 9 " - ] 5 "
pH (Concentration scale)
Lipophilicity Profile
5.0
Q
g a5
40
3 s . o 1"

pH (Concentration scale)

Sample logD and percent species

pH SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 Comment
logD SKN-7-022-1H SKN-7-022-1 SKN-7-022-1H" SKN-7-022-1*

1.000 374 007 % 0.00 % 99.93 % 0.00 %
1.200 374 0.07 % 0.00 % 99.93 % 000%  StomachpH
2.000 374 007 % 0.00 % 99.93 % 0.00 %
3.000 374 0.07 % 0.00 % 99.93 % 0.00 %
4.000 374 0.07 % 0.00 % 99.93 % 0.00 %
5.000 374 0.07 % 0.00 % 99.92 % 0.01%
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[+ - pH-metric

SIS

Sample name: SKN-7-022-1 Experiment start time:  9/1/2016 6:47:11 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01006 Instrument ID: 1310022

Filename: D:\data\Customer\161-01006_SKN-7-022-1_pH-metric medium logP.t3r

Sample logD and percent species (continued)

pH SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 SKN-7-022-1 Comment
logD SKN-7-022-1H SKN-7-022-1 SKN-7-022-1H* SKN-7-022-1"

5.000 374 0.07 % 0.00 % 99.83 % 0.10 %

5.500 374 0.07 % 0.00 % 99.61 % 032 %

7.000 374 0.07 % 0.00 % 98.92 % 1.01 %

7.400 375 0.06 % 0.00 % 97.44 % 250%  Blood pH
8.000 3.78 0.06 % 0.00 % 90.69 % 9.25 %

9.000 403 0.03 % 0.00 % 4948 % 50.49 %

10.000 469 0.01 % 0.00 % 892% 91.07 %

11.000 521 0.00 % 0.00 % 097 % 99.03 %

12.000 533 0.00 % 0.00 % 0.10% 99.90 %
Carbonate and acidity

Carbonate 0467 mM
Acidity error 0.263 mM

Other graphs
Assay progress Titration graph
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I IO pH-metric

SIHIUS]

Sample name: SKN-7-022-1 Experiment start time: 9/1/2016 6:47:11 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01006 Instrument ID: T310022

Filename: D:\data\Customer\161-01006_SKN-7-022-1_pH-metric medium logP.t3r

Other graphs (continued)

lorsc strength lonisation of sample Carbonate
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Reported at 9/5/2016 1:40:14 PM Page 3 of 3
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pH-metric Log P of compounds 16a

= pH-metric
Sample name: SKN-7-027 Experiment start ime:  9/1/2016 11:12:29 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01010 Instrument ID: T310022

Filename: D:\data\Customer\161-01010_SKN-7-027_pH-metric medium logP.t3r

Overall results

RMSD 0.313
Average ionic strength 0.159M
Average temperature 250°C
Partition ratio 02737 :1

Analyte concentration range 1862.4 uM to 1969.3 uM
Total points considered 60 of 71

Warnings and errors

Errors None
Wamings Sample concentration factor out of range
Excessive carbonate concentration present

Sample
§ SKN-7-027 concentration factor 0.622
Acid pKa 1 10.80
logP (neutral XH) 495
logP (X -) 7.34
Sample graphs
lonisation of sample SKN-7.027 Distribution of species for sample SKN-7.027
o5 o —
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Sample logD and percent species

pH SKN-7-027 SKN-7-027 SKN-7-027 SKN-7-027 SKN-7-027 Comment
logD SKN-7-027TH SKN-7-027 SKN-7-027H* SKN-7-027*

1.000 495 0.00 % 0.00 % 100.00 % 0.00 %
1.200 495 0.00 % 0.00 % 100.00 % 000% Stomach pH
2.000 495 0.00 % 0.00 % 100.00 % 0.00 %
3.000 495 0.00 % 0.00 % 100.00 % 0.00 %
4.000 495 0.00 % 0.00 % 99.99 % 0.00 %
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=X pH-metric
Sample name: SKN-7-027 Experiment start ime:  9/1/2016 11:12:29 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01010 Instrument ID: T310022

Filename: D:\data\Customer\161-01010_SKN-7-027_pH-metric medium logP.t3r

Sample logD and percent species (continued)

pH SKN-7-027 SKN-7-027 SKN-7-027 SKN-7-027 SKN-7-027 Comment
logD SKN-7-027TH SKN-7-027 SKN-7-027H* SKN-7-027*

5.000 495 0.00 % 0.00 % 99.96 % 0.04%

6.000 495 0.00 % 99.61% 0.39 %

=}
8
R

6.500 496 0.00 % 0.00 % 98.77 % 1.22%
7.000 497 0.00 % 0.00 % 96.23 % 376 %
7.400 499 0.00 % 0.00 % 91.05 % 895% Blood pH
8.000 5.09 0.00 % 0.00 % 71.88 % 2812%
9.000 563 0.00 % 0.00 % 20.36 % 79.64 %
10.000 6.49 0.00 % 0.00 % 249% 97.51 %
11.000 713 0.00 % 0.00 % 0.26 % 99.74 %
12.000 7.32 0.00 % 0.00 % 0.03% 99.97 %
Carbonate and acidity

Carbonate 0.738 mM

Acidity error -0.958 mM
Other graphs

Assay progress Titration graph

miL of titrant HC!
Buffer index profile
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T+ - pH-metric

ISample name: SKN-7-027 Experiment start time: 9/1/2016 11:12:29 AM
Assay name:  pH-metric medium logP Analyst:
Assay 1D: 16101010 Instrument ID: T310022

Filename: D:\data\Customer\161-01010_SKN-7-027_pH-metric medium logP.t3r
Other graphs (continued)

lonic strength lonisation of sample Carbonate
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pH-metric Log P of compounds 16b

K X pH-metric

Sample name: SKN-7-026 Experiment start time: 9/1/2016 10:12:57 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01009 Instrument ID: T310022

Filename: D:\data\Customer\161-01009_SKN-7-026_pH-metric medium logP.t3r

Overall results

RMSD 0.203
Average ionic strength 0.159M
Average temperature 250°C
Partition ratio 0.2739:1

Analyte concentration range 1795.3 uM to 1900.1 uM
Total points considered 34 0f48

Warnings and errors

Errors None
Wamings None
Sample
& SKN-7-026 concentration factor 0.732
Acid pKa 1 10.10
logP (neutral XH) 304
logP (X -) 382
Sample graphs
Distribution of species for sample SKN-7-026
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Sample logD and percent species

pH SKN-7-026 SKN-7-026 SKN-7-026 SKN-7-026 SKN-7-026 Comment
logD SKN-7-026H SKN-7-026 SKN-7-026H" SKN-7-026"
1.000 3.04 0.33% 0.00 % 9967 % 0.00 %

1.200 304 0.33% 0.00 % 9967 % 000% Stomach pH

2.000 3.04 0.33% 0.00 % 99 67 % 0.00 %

3.000 3.04 0.33% 0.00 % 99.67 % 0.00 %

4.000 304 0.33% 0.00 % 9967 % 0.00 %

5.000 304 0.33% 0.00 % 99 66 % 0.00 %

Reported at: 9/5/2016 1:45:34 PM Page 1of 3
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[ o | pH-metric

Sample name: SKN-7-026 Experiment start time: 9/1/2016 10:12:57 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01009 Instrument ID: T310022

Filename: D:\data\Customer\161-01009_SKN-7-026_pH-metric medium logP.t3r

Sample logD and percent species (continued)

pH SKN-7-026 SKN-7-026 SKN-7-026 SKN-7-026 SKN-7-026 Comment
logD SKN-7-026H SKN-7-026 SKN-7-026H* SKN-7-026"

6.000 3.04 033% 0.00 % 99.62 % 0.05%

6.500 304 033% 0.00 % 99.52 % 0.15%

7.000 3.04 033% 0.00 % 99.20 % 047 %

7.400 304 033% 0.00 % 98.50 % 1.17% Blood pH
8.000 3.06 032% 0.00 % 95.16 % 452%

9.000 3.18 023 % 0.02 % 67.64 % 321%

10000 355 0.06 % 0.05% 17.38% 8252 %

11.000 3m 001 % 0.05% 2.06 % 97.88 %

12.000 381 0.00 % 0.06 % 021% 99.73 %
Carbonate and acidity

Carbonate 0.431mM
Acidity error 0.777 mM

Other graphs

Assay progress Titration graph
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= = pH-metric

Sample name: SKN-7-026 Experiment start time: 9/1/2016 10:12:57 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01009 Instrument ID: T310022

Filename: D:\data\Customer\161-01009_SKN-7-026_pH-metric medium logP.t3r
Other graphs (continued)

lonsc strength lonisation of sample Carbonate
0.170-7% ! ! 0§ T ——— :.u‘.'” @|
s || | ! 5 v [Sor——
2 § 3
g ,. ] 1 S 5 I I v
pows- | | | 2 v i ' e
2] ‘:‘ 1 1 % | I
- | 10 . LY
£ i ! H | |
0.160 l 2 | |
T T T T T ! T T T I T —
3 5 7 9 1" 3 5 7 9 "
pH (Concentration scale) pH (Concentration scale)
Reported at: 9/5/2016 1:45:34 PM Page 3 of X
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pH-metric Log P of compounds chlorantraniliprole

I pH-metric

Sample name: TK-1 Experiment start time: 16/08/2016 12:55:31
Assay name: pH-metric medium logP Analyst: KRICT

Assay ID: 16H-16010 Instrument ID: T313101

Filename: D:\Data\Customer\16H-16010_TK-1_pH-metric medium logP.t3r

Overall results

RMSD 0.169

Average ionic strength 0.158 M

Average temperature 25.0°C

Partition ratio 0.2765: 1

Analyte concentration range 2039.7 uM to 2171.1 uM
Total points considered 320f42

Warnings and errors

Errors None
Wamings None

Four-Plus parameters

Alpha 0.210
s 1.0000
H 01
jOH 0.1

Titrants

@ 0.50MHCI 0982045 16/08/2016 12:55:31 D:\Data\Customer\16H-16006_Blank standardisation.t3r
@ 050MKOH 1.007560 16/08/2016 12:55:31 D:Data\Customer\16G-19013_KHP_Base standardisation using KHP.t3r

Sample
§ TK-1 concentration factor 1.000
Acid pKa 1 10.20
logP (neutral XH) 525
logP (X -) 435
Sample graphs
lonisation of sample TK-1 Distribution of spedies for sample TK-1
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Reported at: 16/08/2016 13:51:36 Page 1of 3
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Capee ] pH-metric
SIHIUS]

Sample name: TK-1 Experiment start time: 16/08/2016 12:55:31
Assay name:  pH-metric medium logP Analyst: KRICT

Assay ID: 16H-16010 Instrument ID: T313101

Filename: D:\Data\Customer\16H-16010_TK-1_pH-metric medium logP.t3r

Sample logD and percent species

pH TK1 TK41  TKA1 TK-1 TK-1 Comment
logD TK-1H TK41 TK1H* TK-1*

1000 525 000% 0.00% 100.00% 0.00%

1200 525 000% 0.00% 100.00% 0.00% StomachpH

2000 525 0.00% 0.00% 100.00% 0.00%

3000 525 0.00% 0.00% 100.00% 0.00%

4000 525 0.00% 0.00% 100.00% 0.00%

5000 S25 000% 0.00% 100.00% 0.00%

6000 525 0.00% 0.00% 100.00% 0.00%

6500 525 0.00% 0.00% 100.00% 0.00%

7000 525 000% 0.00% 9999% 0.01%

7400 525 000% 000% 99.98% 0.02% Blood pH

8000 525 000% 0.00% 9992% 0.08%

9000 523 000% 0.00% 9921% 0.79%

10000 S07 000% 000% 9264% 7.36%

11.000 464 000% 001% 5573% 4427%

12000 439 000% 001% 11.18% 8881 %

Carbonate and acidity

Carbonate 0.182 mM
Acidity emor 0.680 mM

Other graphs

Titration graph
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= == pH-metric
SIS

-

Sample name: TK-1 Experiment start time: 16/08/2016 12:55:31
Assay name: pH-metric medium logP Analyst: KRICT

Assay ID: 16H-16010 Instrument ID: T313101

Filename: D:\Data\Customer\16H-16010_TK-1_pH-metric medium logP.t3r

Other graphs (continued)

lonic strength lonisation of sample Carbonate
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Reported at: 16/08/2016 13:51:36 Page 3 of ¥
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pH-metric Log P of compounds cyantraniliprole

K X pH-metric

Sample name: SJP-TK-02 Experiment start time: 9/1/2016 3:06:50 AM
Assay name:  pH-metric medium logP Analyst:

Assay ID: 161-01003 Instrument ID: T310022

Filename: D:\data\Customer\161-01003_SJP-TK-02_pH-metric medium logP.t3r

Overall results

RMSD 0.360
Average ionic strength 0.160M
Average temperature 250°C
Partition ratio 0.2713:1

Analyte concentration range 2276.1 uM to 2416.9 uM
Total points considered 39 of 51

Warnings and errors

Errors None
Wamings None
Sample
¥ SJP-TK-02 concentration factor 1.292
Acid pKa 1 10.20
logP (neutral XH) 350
logP (X -) 337
Sample graphs
lorssation of sample SJP-TK-02 Distribution of species for sample SJP-TK.02
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Sample logD and percent species

pH SJP-TK-02 SJP-TK-02 SJP-TK-02 SJP-TK-02 SJP-TK-02 Comment
logD SJP-TK-02H SJP-TK-02 SJP-TK-02H" SJP-TK-02*

1.000 350 0.12% 0.00 % 99.88 % 0.00 %

1.200 350 0.12% 0.00 % 99.88 % 000% Stomach pH

2.000 350 0.12% 0.00 % 99.88 % 0.00 %

3.000 350 0.12% 0.00 % 99.88 % 0.00 %

4.000 350 0.12% 0.00 % 99.88 % 0.00 %

5.000 350 0.12% 0.00 % 99.88 % 0.00 %

Reported at: 9/5/2016 11:35:21 AM Page 1of 3
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I IO pH-metric
Sample name: SJP-TK-02 Experiment start time: 9/1/2016 3:06:50 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01003 Instrument ID: T310022
Filename: D:\data\Customer\161-01003_SJP-TK-02_pH-metric medium logP.t3r
Sample logD and percent species (continued)
pH SJP-TK-02 SJP-TK02 SJP-TK02 SJP-TK02 SJP-TK-02 Comment
logD SJP-TK-02H SJP-TK02 SJP-TK-02H* SJP-TK-02*

6.000 350 0.12% 0.00 % 99.88 % 0.00 %
6.500 350 0.12% 0.00 % 99.87 % 0.01%
7.000 350 0.12% 0.00 % 99.84 % 0.05%
7.400 350 0.12% 0.00 % 99.77 % 0.12% Blood pH
8.000 350 0.12% 0.00 % 9942 % 047 %
9.000 349 0.11% 0.01% 9542 % 446 %
10.000 345 0.08 % 0.05% 68.04 % 3183%
11.000 339 0.02 % 0.13% 17.59 % 82.26 %
12.000 337 0.00 % 0.15% 209% 97.75%
Carbonate and acidity

Carbonate 0.481 mM

Acidity error 0.422 mM
Other graphs

Assay progress Titration graph
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= = pH-metric

Sample name: SJP-TK-02 Experiment start time:  9/1/2016 3:06:50 AM
Assay name:  pH-metric medium logP Analyst:
Assay ID: 161-01003 Instrument ID: T310022
Filename: D:\data\Customer\161-01003_SJP-TK-02_pH-metric medium logP.t3r
Other graphs (continued)
lonsc strength lonesation of sample Carbonate
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Reported at: 9/5/2016 11:35:21 AM Page 3 of 3
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