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CASSExVIE DR

50 Years

>100

million
organc §
NOIgani

100 millionth substance , , Shstences
LAS Hegistry Number

1 J‘ 400 21 4

2017 7R DEFHIL, 1E3FAHELL

~25 million

40 years

~10 million

=3 million 25 years
10 years J ‘ l
Huuunﬁﬂﬂ.‘.'-...H'..'I'II'II"I'I'I‘HI'

CAS chemlcal abstract service
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Summary of results from 1974 to 2014.

KE EE R KK RBE O &
FAEWE 1163 1027 475 464 27 26 1324
BEE 433 472 289 326 21 13 749

BRHEER % 37 46 61 70 78 50 S/
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alcohols
ketones
carboxylic acids

ethers
esters
aldehydes

aliphatic compounds

}&%  aromatic compounds
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alcohols
ketones
carboxylic acids
phenols

ethers
esters
aldehydes
epoxides
heterocyclic
compounds

aliphatic compounds
aromatic compounds
alicyclic compounds
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high molecular
electrolytes
carbohydrates
fulvic acid

protein
carbohydrates
humic acids

non-ionic polymers
lignin
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Automated ldentification and
Quantification System with DataBase
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0.0 16700l L1 4295%, 365 1%#1#, i U755
! 100 200 300 200 ( T=TTHI= ]
(x1,000,000) & T ity : 5,850,

0. 150

Tex Intensity
Scanf 602 Inten. 3,814,083 Oven Tewp32.03

0.125
1.5] 0.100
Ll Ly \.’\ I ‘ . |‘ Al _l‘ ‘ | 1‘J_A_A_LI_AJ_A_LJ_M ‘ 0. 075_:

7.5 10.0 12.5 15.0 17.h 20 2.5 25.0 2.5 0.0 3.5 35.0 E

0. 050

0.025

SHifE

August 4, 2017 UOK, Lab for Envi Pre Anal




AlIQS C [F{g D7

AL ERICEEMEZTATET 5K HY
12, AIQSTIET—3R—X[Z& 5 LT1=-31&
“HEAVWTHRRVEZRIE-EEY Do

ZD1=, WETIEAR AL Z<DYME

S s FIRETE, EH B LY
B LBE Mo THRATCES (LRORRY
747 \HT)

LI LG Tl 4 UL LLLLUUL

August 4, 2017 UOK, Lab for Envi Pre Anal




RO E)E

R D

August 4, 2017

SEMEDHEN S
RERERETIE,
MEBNZLLEBIF
EFN-BRAMNMS
7+, 100 BEEREMN

(ﬁﬁﬂ#ﬁaﬂ EM4F4>
- ERAA - ﬁgﬁ)




e -JI8 & EReE

BENEDRELD
@Eﬁﬁmifm

-ERAT  mE8)

August 4, 2017




14

fﬂ'J TE :; J”E\ JER GC/MSTIZH IR &HY

[ REFHMIRZE DRI TE

AlIQS
(RRZART B, 1
FREIER, R=1R)

=R H E

1
-
|
v

IR¥FEFRE] -
RARRRYRL

August 4, 2017




VIZEME D

/- RAEAIAL B
R DWEE— F

August 4, 2017




= 18
L

Do

AIQSDIRIE

39 5LC/I\/IS’(DGC/MSOD'|*£ 7&?‘—9

-

> OIF CEOUTEBIREORVNDITIEZ
SBACENDTESD,
> IRME LT —AOIN—Z T EBIERCTE

(L0725 )

UOK, Lab for Envi Pre Anal




31 == ,I\/-

z< |2

= [6—AIR
W 10 EmEs
e

m ek

=0 A2
<

{£

7

B

August 4, 2017

ERF

FIEDENL

MiRZEMDE DI

—[C T DICI

Lo e

UOK, Lab for Envi Pre Anal




B By
3\ T

. LC-OTOF-MS%&E

;%'f’f@ B CEDAIQSAE

I F
srE UICAIQSE

=]

;

}

2

RTINS —F v
~ZDO)—_— 0D NEE

J




GC/MSCLC/MSDOMEER

(30m, 0.25mm id, (150mm, 0.21mm
0.25um, 140000Ex) id, 3um, 19000Ex)
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The University of Kitakyushu

C/MSTODIESE

[QI7E

GC/MSTIZ, HBELTRERRBEEHLTITRAARILNLZRINT, X
;B E hE R BE
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1 0,000,000

Max Intensity: 15520537
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Tnten Dven Temp
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Abs. Inten.
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LC/MSTCTORIEEDHE L

AFEDORERRIX R=R
ZixmERBELYL.57:EL

+.STP_Iwate_lnfu_2 - Sulpiride-1 (Unknow...Iwate_Infu_2.wiff2), (sample Index: 1)
Area: 4.004e5, Height: 4.578e4, RT: 9.01 min
100% -

Sulpiride

60%

Intensity

40%

20% -

B R IRIHEERT

0%

50 55 60 65 70 75%7 80 B85 00 05 100 105
Time, min

¥ Peak Details

Precursor m/z Retention Time (min) Ion Ratio
342.148 9.01 1.0000
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= BEMSZERTY, XIRY
BDIZZLDE—IH IR

+ @ G-4 - Tridemorph-1 (Unknown) 298.3004...10_DUT¥G-4.wiff2), (sample Index: 1)
Area: 5.439e5, Height: 6.641e4, RT: 33.26 min
100% -

Tridemorph

80% -

60% 4

Intensity

o ohE t —7

- ! /\

0%

Time, min

¥ Peak Details

Precursor m/z Retention Time (min) lon Ratio
298.310 33.26 1.0000
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SRMCHERIC[EITE

Butocarboximé&aldicarb @ & s (&

Wi, FERI—OIToh—9—A4>

(M/z=208.111)ZH D218, MBAZRXA WEOTOFIMNMAUIZELS=60,
THEIFELLY, SRMZRLNIEHEREICEIE TED,

RestekPest100ppb - Butccarbexim (Quality Con..._RestekPest100ppb.wiff2), (sample Index: 1) + i RestekPest100ppb - Butocarboxim-2 (Sta...kPest100ppb.wiff2), (sample Index: 1)
Area: 5.222e3, Height: 5.300e2, RT: 15.60 min Area: 3.036e4, Height: 2.037e3, RT: 15.66 min
100% -

1500 / = Ald b : 15657 A|d|Carb0)
1 m/z=208.111 icar SD%.ButocarbOXim I:O—Ofd:l./

m/z=75.026

60% 4
1000

Intensity
Intensity

Butocarboximse=

300 4
20% {

0- T ; . - 0% 4

ot T et e e oh en e L e L

13.0 135 14.0 145 15.0 15.§ 16.0 165 17.0 17.5 18.0
Time, min

¥ Peak Details ¥ Peak Details

Precursor m/z Retention Time (min) Ion Ratio Precursor m/z Retention Time (min) Ion Ratio

208.111 15.60 N/A 208.111 15.66 10.5542

EBIREIGEZSY VY (SRM, MRM)ZRBLWNIE, &#4R
MIFRERICR LT 5H, —BITHETCETOMEICHIENH D,
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AIQSFAMLC-QTOF-MSHITE &

Instrument

Sciex X500R

Column

GL Science ODS-4 HP (150mm, 2.1mm, 3um)

Column temp.

40°C

Flow rate

0.3mL/min

Mobile phase

A: 5mM CH3COONH4 IN Hzo

B: 5mM CH3COONH, in CH;0H

Gradient profile

Time[min] 0 30 - 40 | 40.01-50

B[%] 5 95 5

Injection Volume

2 nl

lon source

TurbolonSpray

lonization

ESI-positive

Measurement mode

Swath (Scan & SRM)

TOF-MS (scan range)

50-1000 Da, 0.1s

TOF MS/MS

50-1000 Da X 22, 0.07s

Collision energy ramp

20 - 50V

Total cycle time

1.64s




GL Science ODS-4 HP
(150mm, 2.1mm, 3um)

m ODSAD AL, WBED S PIBEYNE DD RECE
LTS,

= Inertsil ODS-4 HP (150mm, 2.1mm, 3um)I(g,
GL Science DA LADAN, RENEHESRD
= |

m NSAT A« FifE (150mm, 2.1mm, 3um)IZ,
LC/MSIC@ L CL)D,

m HP (high pressure)(d, 50MPa3 C{ET].




B: 5mM CH3COONH, in CH3;0OH
Time[min] 0 30 - 40 40.01-50
B[%] 5 95 3

o KRiBEEE (5 MM CH,COOH)(Z, (1) SAENE S,
2) REIEZE, B)Z<DWEIZERE
. x/su JLIZ7Z MR IJLIZEERTZ M, hDE

Il_al

« RTSUIUMEHRE, LEHEBOBENSEAS
NAOZHUMEDHEEISEL TS,




AlQS (IREiR) DIBX

EEIEEETR(0.1ppb~1000ppb) DEHES
IDAIC K 51000ppb;E S IZEERDAITE

IDABIRET —A =T L, XIE2MEDORFIF/ETL
ND—Y—AAVDWER, JOFD 1A (28&) D
1EERE

... oy
(TS5 —A\DOBE, RERIFRD 71 IADT—5
S

. SwathlC X DESIZEENR (0.1ppb to 1000ppb) DEITE
. SwathiBIET—A =T L, SSHEVERK
| $ SROERYE, 1T IvoL Yy, EBHIERDOME

Dll_;\




Sciex OSOX_ a2 —BmE

T—3BIICEDETAAVDAHNRRSN TV SHEE

L =]

O SCIEX OS

JB—FyNEBT7A4aY TENoWBR7 A3y
ZChbAD
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BT XN v FOVERNEE
ResultsmMb T ILE O A= a1 —%FE, NewZEIRL THEREAY YR ERLERLR

o ~  Analytics i‘fr‘ D B ? 8 x
Project AIGS Process Method v [ X}
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T REBIFE, JLH—Y—17,
JOF D b1 7 D& (1/6

IDABITE T —2D BT TE, RAIRIEI7AILEETE

o' Analytics D B

Process New Resul

Available Selected
[ 01_20161205_LabelComp 4[] 0320161209 RestekPest
|1 0220161202 _KantoPest 4 [E] RestekPest1000ppb_IDA wiff2
(=3 03_20161209_RestekPest H RE;tEkPEgﬂﬂGOpph_IDA
RestecPestlOppb.wiff2
RestekPest0.1 ppb.wiff2
RestekPestlppb.wiff2
RestekPestl 00ppb.wiff2
RestekPestl000ppb.wiff2
[ 04_20161219 Tokyo
(] 05_20170414_MbABIC12AE
(] 06_20170419_MiB
[ 07_20170512_MixC
[ 08_20170421_ MixD
(] 201702_5TP_Preliminary_Study
(] 20170119 _Australia
[ 20170120 DUT
(L] 20170123 Repeatability test
|_] 20170124 Australia
(] 20170224 InertSustain_AQ-C18_HP_Column
(L 20170403 _Australia
L] 20170406_ChallengeTest
(2] 20170410 DUT
(] 20170424_MixD_RTCheck
(] 20170605_DUT
I (L] 20170616 _Australia
(L] 20170621 _RecoveryTest
(] Disused Data
[L] Reproducibility Test

<create a new method >

3 » 2E R e s M 22 ) 16:55
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LS U 1 A diE g (26

o)

WorkflowDEmE (ZEDA=—1—]|EIZFZ7E

~  Anahdicc D h

[MQ4] Untitled Method

Select the workflow and then select a reference sample, if applicable

+/| Quantitation and targeted identification

Non-targeted screening

The recommended Reference Sample has been automatically selected. Change the selection only if required.

Sample Name
RestekPest1000ppb_IDA.wiff2 (sample 1) - RestekPest1000ppb_IDA

TIC from RestekPest1000ppb_IDA.wiff2 (sample 1) - RestekPesti000ppb_IDA

Intensity, cps

20 22
Time, min

‘

v

Glagielafio iy lolaicige Lot acid

o [m- 22 a1 ) 16:56
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The University of Kitakyushu

xhiioe, L1114,
JO5 D b+ 2Dt (3/6)

BIENRYMEDOYME LR ESFREFEXcelhnaE—&R—X

o - Analytics

Isote | Libre-
Salart ar verify tha analvta and internal ctandard names and maceac B rmuta Beeoirscr||pRic) .| conf - Foting

Mass | wid-- | Atma

S : 167,104

Methamidophy

Chemical jo2ps 142,009

A ratic IS | Grou Name
Acephate P ‘ Formula

Fr 18 XIC Retenti
Adduct/-- | Precursor Mass (D---‘ agmen ‘ L

Mass (Da) ‘Wwidth (ppm) | Time (min) ‘ L= Rane

184.018
Propamocart i Cyromazine | C6HI1ONG [M+H]+ | 167.10397 119.68587 6.60 189,160

Aminocarb Methamidop-—  C2HSNO2PS  |[M+H]+ 142.00861 140.83652 414 209.128
Formetanate H ; . Acephate C4H1ONO3PS | [M+H]+ 184.01918 108.68432 541 222.124
Omethoate : | Propamocarb | CO9H20N202 [M+H]+ 189.15975 105.73074 7.76 214.020
Dinotefuran [ Aminocarb C11H16N202 |[M+H]+ 209.12845 95.635 18.60 202,11

Aldicarb sulfor Formetanate--- C1IH1ISN302 |[M+H]+ 222.1237 90.03992 9.50 223.075
Butoxycarboxif Omethoate CSH12NO4PS | [M+H]+ 214.02974 93.44496 6.60 N 223.075
Dinctefuran C7H14N403 | [M+HI+ .11 08.46692 7.22 EN20 230.054
Aldicarb sulf C7H14M204S | [M+H]+ 223.0747 89.65607 13.58 2035 207.080
Butoxycarbo-- | C7H14N204S  |[M+H]+ 223.0747 80.65607 13.58 SCINa02 271.096
Flonicamid CSHBF3N30 [M+H]+ 230.05357 86.93627 N203S 220.075

Aldicarb sulf-- | C7H14N2035  |[M+H]+ 207.07979 96.58113 e 218.104

Flonicamid
207.07¢
Aldicarb sulfo

271.00:
Nitenpyram
220.07¢
Oxamyl

. 218.10:
Pymatrazine Formula Finde

Nitenpyram CI1I1H1SCING-- [M+H]+ 271.09363 73.7747 3 2025 163.054 163.052
Methomyl Oxamyl C7H13N3035  [M+H]+ 220.07304 90.87809 [}02 192.077

Pymetrozine | CICHIINSO  |[M+H]+  218.10364 91.60952 hNOSP 224.068
Methomyl CS5HI1ON2025 | [M+H]+  163.05358 12265007 EINS02S 202.027

Carbendazim COHON302 [M+H]+ 192.07675 104.12504 |-3[)4p 256.920

182.07¢

Carbendazim 224.06¢

LSS S|S0 < LSS«

Monacrotoph: 292.02¢

OO0 000OoaEl

Thiamethoxam| 256.930

Trichlorfon INSD25 250.016 250.01%F

Clothianidin N0 238.107 238.10;

O5P 238.084

3-Hydroxycar 238,08

Dimethoate 3.004e5 <1 points C5H12NG3P52 230.007 230.00¢

Dicrotophos

Dicxacarb 2.109e6 <1 paints C11H13NO4 224.092 224.091

Dimethoate

Fuberidazole 1.025e7 <1 points C11H8N20 185.071 185.071

Diexacarb
Imidacloprid 1.790e6 <1 peints COH10CINS02 256.060 256.05¢
Mevinphos Isomer 1 1.012e6 <1 points C7H1306P 225.052
Mexacarbate 8.631e6 <1 points C12H18N202 223.144

Vamidothion 7.717e6 <1 points CBH18NO4PS2 288.049

Fuberidazole
225.052

Imidacloprid YERY

Mevinphos Isomer 1 288.04¢

Mexacarbate

AR YRR YRR YR YA YA RS

Cymoxanil 7.838e5 <1 paints C7H10N403 199.083 199.08:

NN N I N S N N N N SR N N N N N N S S N N SR SR SR R NE N SRR YRS

10003 O30

.

.

Vamidothion

NeZEREE
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T ® o, L0014,
JO5D 1 A DtESS (4/6

Integrationz 71y o9 5&, FEMEIEFELEEINS

o - Analytics \ IZ

For each component, configure the parameters to optimize peak integration
v
Algorithm: MQ4 pLGs

Cyromazine

Methamidophg Cyromazine aratio Nitenpyram (271.0856 - 271.1056) from RestekPest1000ppb_IDA (RestekPest1000ppb_IDA.wiff2 (sample 1))
Acephate Methamidop-- Area: 4.298e6, Height: 4.581e5, RT: 8.54 min

Acephate Apply peak parameters to all of the com... 2505
1 Propamocarb 8.54
Aminocarb = Aminocarb Minimum Peak Width 3 point

Formetanat -
Farmetanate H 7 Minimum Peak Height

Propamocarb

Omethoate
Omethoate Dinotefuran XIC width
Aldicarb sulf--
Butoxycarbo-- Gaussian Smooth Width

214.02¢
Dinotefuran

Aldicarb sulfor Flonicamid 223.07¢
Aldicarb sulf
Baseline Subtract Window
Oxamyl
Aldicarb sulfor Pymetrozine
Methemyl
Carbendazim
Oxamyl Monecrotop-

§ _ o a Find Thiamethox
Pymetrazine Formula Finde Trichlorfon Apply units to all of the analytes

Methomyl Clothianidin
3-Hydroxyc--
Dicrotophos
Dimethoate Regression parameter Area W
Thiamethoxam| Dicxacarb
Fuberidazole
Imidacloprid Weighting type 1/x v
Clothianidin Mevinphos 1-- 20
Mexacarbate Time, min

Noise Percentage |
Butoxycarboxif 223.07«

Flonicamid 230.05:

Peak Splitting 207.07¢

Intensity

271.00:
Nitenpyram

220,07
218,10

163.052

182.07¢

Carbendazim Concentration units ng 224.06¢

LSS S|S0 < LSS«

Monocrotoph 292.02¢
256.930
Regression type Linear Thro... ¥

Trichlorfon 250.01%F

238.107

238.08:

3-Hydroxycart]

Dicrotophos 230.00¢

Dimethoat e
Froce G o]
Dicxacarb L
TIgacopra TT7o0eE 121 THomes TR7ATCORTOCINGD. TISETED T2
Mevinphos Isomer 1 1.012e6 15.51 <1 points N/A  C7H1308P 225.052 0.02
Mexacarbate 8.631e6 24.01 <1 points C12H18N202 223.144 0.02
Mevinphos Isomer 1 Vamidothion 7.717e6 | 13.26 <1 points CBH18NG4PS2 288.048 | 0.02

224.091

185.071

256.05¢
Fuberidazole
225,05
Imidacloprid PYEEY

288.04¢

AR R R S S N N N R N S S S N S Y YR YR SR S VR YRS

AR YRR YRR YR YA YA RS

Mexacarbate B B Cymoxanil 7.838e5 14.24 <1 paints C7H10N403 199.083 0.02 199.08:

NN N I N S N N N N SR N N N N N N S S N N SR SR SR R NE N SRR YRS
NSRS N N AN AR YR YRR SR IR YR Y IR S Y N S U NI N N NE S SR YRS

.

Vamidothion c aneoc P, s e PN arr ann
.

LR+ B |
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FFB™, JLAH—Y—a17,
JO5 D 1 A>T (5/6

FEIIL—ILIEEERTE

O - Analytics i

Configure the confidence levels for the qualitative rules, as applicable

Cyromazine ¢ i
Methamsdopgy Acceptable Marginal Unacceptable Combined Score
Difference Difference Difference Weight (%)

Acephate Apply Qualitative Rule
Prossmccsidy W/ Mass Error (ppm) 5 10 =

Aminocarb ® Error %
Error in Retention Time 25 20
Farmetanate H 2 Absolute

214.02¢

Dinctefuran 203.11%

4
Omethoate v/ % Difference Isotope Ratio > 20
4

Library Hit Score 30

Aldicarb sulfor 223.07¢

Formula Finder Score

Butoxycarboxif 223,07

Flonicamid 230.05:

207.07¢
Aldicarb sulfo:
271.09:
Nitenpyram

220.07¢
Oxamyl
= 218.10:
Pymetrozine Formula Fin

163.05:
Methomyl s

Carbendazim 224.06¢

YR S U SR SR SR R S S IR TR Y YR S S S SR YRS

Manocrotoph 252.02¢

Thiamethoxany 256.93(
Trichlorfon 250,015
Clothianidin 238.10%
3-Hydrowycard 238,08

Dicrotophos 230.00¢

Dimethoat - —
Dioxacarb 3
TrTGacoprg T 70066 T 1Z.T. TR T BotE PR T CoRTOCINGO: TSETETTOG 2

Mevinphos Isomer 1 | | 1.012e6 15.51 ] <1 points N/A | C7H1306P 225.052

224.081

185.071

256.05¢
Fuberidazole
225.05:
Imidacloprid

Mexacarbate 8.631e6 24.01 = <1 points N/A | C12H18N202 223.144 22314

Mevinphos Isomer 1 238.04¢

Vamidothicn ; 7.717e6 13.26 / <1 peints NfA | CBH1S8NO4PS2 288.048
Mexacarbate k- | ] Cymaxanil 7.838e5 | 14.24 @ | <1peints N/A | C7HION403 169,083

Vamidothion - s T e amaoe PESETY = ceia mita | mmiismmins
i

A R R R R R S SR SR SR R R R R IR S R YR SR SRR YRR IR IR IR YR YR YR SR SR IR
AV IR R R VR S SR U SR N SRR I S NI SR S TR SR VI VI Y N Y VR SR R SR SR SRS

SR SRR IR YR SR SR SR YRS

195.08:

.
.

& ? ™ (= o i af ) 17:00 i
August 4, 2017 UOK, Lab for Envi Pre Anal 25




The University of Kitakyushu

Fi5E, JLAOH—Y—1F,
6/6

J0O85 D 1 7> DtES

TOZ A DTRAARGN L E B %
|

o - Analytics

ks [ Camponents and Giodes _

Aldoxycarb

Oxamyl
Oxydemeton-methyl
Flumetsulam
Methomyl
Thiamethoxam
Flurouypyr
Metsulfuron methyl
Thifensuffuron-methyl
Clothianidin
Imidacloprid
Azimsulfuron
Imazaquin
Florasulam
Chiorsulfuron
Cinosulfuron

Foramsulfuron

[MQ2] Peak Review (02_KantoPest_2.gsession)

Prject A0S Process Meihod ¥ [X]

e CEEL T 1

Sample Name

KantoPest1000ppb_IAD | Unknown

Actual
Concentra -

Calculated
Concentrati--

Component
Name

Component
Group Name

Naptalam

JOaS A2
FToB—YHAF D FToH—H—AF D T RAARYIKIL

a

[view v optons v Jo] ]

3-Hydroxy carbofuran

Chloridazon

ZAZE4N

KantoPest1000ppb_IAD - Napt....wiff2), (sample Index: 1)
Area: 2.647e6, Height: 2.648e5, RT: 15.35 min

TRAANTRNIL

¢ Spectrum from KantoPes... 15.326 to 15.377 min
@ [C18HI13ND3+H]+

Flazasulfuron
Sulfosulfuron
Propoxycarbazone sodium
Triasulfuron

Cymoxanil

Oxycarboxin

Mesosulfuron methyl
Carbendazim

Thiacloprid
Ethametsulfuron-methyl
N
Pyrazosulfuron-ethyl

Triflexysulfuron sodium

Minimum Peak Width points
Minimum Peak Height
Gaussian Smooth Width points
Noise Percentage %
Baseline Subtract Window min

peak splitting points
ime (RT]
Expected RT

RT half window

Update Expected RT

100%

250000 202.0970

200000
292.1005

|

150000

Intensity

!

100000

% Intensity (of 5.3e4)

50000

145 150 HS‘S 16.0 165

Time, min

290 292 284

Mass/Charge, Da

296

Error (ppm)

¥ Peak Details ¥ Formula Finder Results

Precursor m/z Retention Time (min) Ion Ratio Name  Formula  Score

292.097 15.35 N/A

m/z (Da)

~ @@ Spectrum from KantoPest...: 202.1 Da, +1, CE: 35
@ Library Spectrum: Maptalam (132-66-1) , CE=35+0
100%

1 | 149.0236

Add spectrum to library 2560763

93.0336 |J
0% -

9 Intensity (of 4.7e5)

200
Mass/Charge, Da
¥ Library Search Results
Name

CAS# Formula MM (Da) Fit Re

BNaptahm 132-66-1 C18H13NO3 291.30643 99.6 98.

August 4, 2017
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IR EFRDIVE X E R
ExcelCI¥&E %, 7% U742, RTIVAME{ERL, OE—&R—X

o - Analytics \ IZ

[MQ4] Modify Method

Qalart ar verify tha analuta and internal etandard names and macceac

At Mass

Chemical Fragment XIC Retention
Formula

Group ‘ Name ‘ Isot-- ‘ Adduct/ -- |Precursor Mass (D--- Mass (Da) width (Da) T IS Name ‘

(Monceren) Pencycuron Monceren)--- | CIGH21CIN20 |1 [M+H]+ 329.14152 0.02 27.28 Imazalil-ds-1

320.1417

238.1072

(
(Manceren) Pencycuron (Monceren) C19H21CIN20 [M+HI+ 329.14152 125.0154 0.02 27.28 Imazalil-d5-1
3

3-Hydrexycarbefuran -Hydroxyca-- | C12H15NO4 [M+H]+ 238.10738 0.02 13.36 Carbendazim -

238.1072

3-Hydroxycarbofuran 3-Hydroxyca--- | C12H15NO4 [M+H]+ 238.10738 135.0805 0.02 13.36 Carbendazim - 238.1072

3-Hydroxycarbofuran 3-Hydroxyca 12HISNO4 [M+H]+ 238.10738 163.0755 0.02 13.36 Carbendazim - 1840180

Acephate Acephate-1 C4H10NO3PS M+H]+ 184.01918 0.02 5.40 Methamidop--- 184.0180
Acephate Acephate-2 C4H10NO3PS 1 [M+H]+ | 184.01918 0.02 540 .M ethamidop--- 184.0189

Acephate Acephate3 | CHIONO3PS [M+H+ | 184.01918 0.02 5.40 |Methamidop S

I al 1 -1 1 1 [ 3. i 13. 1
Acetamiprid Acetamiprid: C10H11CINg [M+H]+ 223.0745 0.02 3.58 Carbendazim 223.0726

Acetamiprid Acetamiprid-2 | C10H11CIN4 [M+H]+ 223.0745 0.02 13.58 Carbendazim 233.0726
Acetamiprid Acetamiprid-3 | C10H11CIN4 [M+H]+ 223.0745 0.02 13.58 Carbendazim - 210.9991
Acibenzolar-S-methyl Acibenzolar----  C8HE6N20S2 M+H]+ 210.99943 0.02 24.08 Imazalil-ds-1
]

AR SR IR S R Y SR R SR S Y S

Formula Finder 210,991
AEIbenZDlar—S—mEthy| Acibenzolar---- | C8HBN20S2 M+H]+ 210.99943 136.0089 0.02 24.08 Imazalil-ds-1 T

Acibenzolar-S-methyl Acibenzolar----  CBHEN20S2 [M+H]+ 210.99943 139.9752 0.02 24.08 Imazalil-ds-1

Alanycarb Alanycarb-1 | C17H25N20 [M+H]+ | 400.13593 0.02 26.40 Imazalil-d5-1 F
Alanycarb Alanycarb-2 C17H25N30 M+H]+ 400.13593 138.0373 0.02 26.40 Imazalil-d5-1 .sor: 328.1 Da, CE: 35]
Alanycarb Alanycarb-3 C17H25N30 M+H]+ 400.13593 150.0373 0.02 26.40 Imazalil-d5-1 (66063-05-6) , CE=35%15

[

[
Aldicarb Aldicarb-1 C7H14N2025 [ 208.11142 0.02 15.81 Carbendazim

[

[

+
152
+

Aldicarb Aldicarb-2 C7H14N2025 208.11142 89.0418 0.02 15.91 Carbendazim -~

Aldicarb Aldicarb-3 C7H14N2025 M+NH4]+ | 208.11142 61.0105 0.02 15.91 Carbendazim --- 0120
Aldicarb sulfone Aldicarb sulf C7H14N204S [M+NH4]+ | 240.10125 0.02 8.03 Methomyl-d2 180 218.0731 120.1419
Aldicarb sulfone Aldicarb sulf C7H14N2045 [M+NH4]+ | 240.10125 86.0599 0.02 8.03 Methomyl-d3 A;Ll_.,,;ir,

Aldicarb sulfone Aldicarb sulf C7H14N2045 [M+NH4]+ | 240.10125 £1.0004 0.02 8.03 Methomyl-d3

O@0000OoE 0O E| o

D O

— = in T To0% 1 T
- . 25 26 27 28 29 30 328 330 332 100 200

Time, min Mass/Charge, Da Mass/Charge, Da

¥ Peak Details ¥ Formula Finder Results —m ¥ Library Search Results =—————————————

Precursor m/z Retention Time (min) lon Ratio Name Formula Score m/z(Da)  Eror (ppm) Name Ccas# Formul
Update Expected RT 329.142 27.25 1.0000 [ Pencycuron [Smart Confirmation] 66063-05-6 C18H21

Expected RT

RT half window

AR

August 4, 2017 UOK, Lab for Envi Pre Anal
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Samples | Components and Graups _ [MQ4] Results Table (02_RestekPest_Cal_Prod.gsession)
~ B88 (Mo~ ] =[X]

Mass | RT | Isol

RestekPest0.1ppb

Actual signal Calculated Precursor | Fragment
Conce--- / Noise Concentrati--

RestecPest10ppb
RestekPestippb |Standard (Monceren) Pencycuran-1 : . ; 9.973e-1
RestekPest100ppb
RestekPestippb  Standard (Monceren) Pencycuron-2 1. 4 1.117e3 = C19H21 320,142
RestekPest1000pph =
RestekPestippb | Standard 3-Hydroxycarbofuran-1 1. 2.305e3 2.624e2 = .824 C12H15 238.107

RestekpPestippb  Standard Alanycarb-1 1 4.133e3 | 6.838e2 { 1 C17H25-- | 400.136
RestekPestippb  Standard Alanycarb-2 2.28%e3 2.598e2 7l 1 C17H25-- | 400.136
RestekPest1ppb | Standard Alanycarb-3 1. 3.668e3 | 2.783e2 I i . C17H25 400.136
RestekPestlppb  Standard Aldicarb sulfene-1 1. 2.266e3 | 2.740e2 iE C7H14N 240.101

v
v
v
v
v
v
v

RestekPestippb  Standard Aldicarb sulfone-2 1. 9.957e2 | 1.364e2 18.! 9.758e-1 C7HI14N 240,101
RestekPestippb  Standard Aldicarb sulfoxide-1 L. 1.003e3 | 1.109e2 12. 9.847e-1 C7H14N 207.080
RestekpPestippb  Standard Ametryn-1 : 1.45584 ] 9.993e-1 COH17N--- | 228.128
RestekPestippb | Standard Ametryn-2 1 5.158e3 1849 9.628e-1 CSH17N--- | 228.128
RestekPestippb | Standard Aminocarb-1 1 9.634e3 | 1.083e3 54.1 1.067e0 C11H16 209.128
RestekPest1ppb  Standard Aminocarb-2 . £.63%3 7.035e2 106.2 7l 9.758e-1 C1l1H16 209.128 137.084
RestekPestippb  Standard Aminocarb-3 1.988e3 184422 27.3 9.780e-1 C11H16 209.128 122.060
RestekPestippb  Standard Azoxystrobin-1 2.646e4 | 2.680e3 579.8 1.082e0 C22H17 404.124 N/A
RestekpPestippb  Standard Azoxystrobin-2 490283 | 5.6792 1944.8 9.646e-1 C22H17-- 404.124 344.103
RestekPestippb  Standard Azoxystrobin-3 1.046e4 | 1.098e3 1686.8 9.258e-1 C22H17-- 404.124 372.008
RestekPestippb  Standard Benalaxyl-1 2.57%e4 3.174e3 246.3 9.880e-1 C20H23- 326.175 N/A
RestekPest1ppb  Standard Benalaxyl-2 9.60%9e3 1.013e3 409.2 1.184e0 C20H23 326.175 148.112
RestekPestippb  Standard Benalaxyl-3 2.091e3 | 2.418e2 30.0 9.841e-1 C20H23 326.175 91.054
RestekPestippb  Standard Benfuracarb-1 2.546e4 | 2.820e3 2703.2 1.297e0 C20H30 411.185 N/A
RestekPestippb  Standard Benfuracarb-2 5.505e3 | 4.202e2 74527.5 9.644e-1 C20H30 411.185 195.047
RestekpPestippb  Standard Benfuracarb-3 2.510e3 | 2.863e2 65565.1 9.613e-1 C20H30--  411.195 190.089
RestekPestippb  Standard Benzoximate-1 2.715e3 3.594e2 486763.1 1.008e0 C18H18- 364.095 N/A
RestekPestippb  Standard Benzoximate-2 5.476e3 | 6.064e2 139397.5 9.815e-1 C18H18-- 364.095 199.016
RestekPest1ppb  Standard Benzoximate-3 5.724e3 | 4.097e2 119.0 9.924e-1 C18H18 364.095 105.034
RestekPestippb  Standard Bifenazate-1 9.431e3 | 9.532e2 42.0 9.932e-1 C17H20 301.155 N/A
RestekPestippb  Standard Bifenazate-2 4.325e3 | 4.1092 182.5 9.721e-1 C17H20 301.155 170.097
RestekPestippb  Standard Bifenazate-3 1.592e3 1.41682 42.3 9.845e-1 C17H20-- | 301.155 153.070
RestekpPestippb  Standard Bitertanol-1 7.003e3 | 7.639%2 101.8 9.888e-1 C20H23--  338.186 N/A

AR R N N N N N N N N N N N N N VR NN NN SR

AR N N R A A R R R AR R R AR

RestekPestippb  Standard Boscalid-1 32.634e3 3.7392 367.3 9.766e-1 C18H12- 343.040
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Samples | Components and Groups _ [MQ4] Results Table (03 RestekPest Cal_Prod.gsession}

All Components

Acceptance BEE OE K SR

Actual | Expected
RT

Signal Calculated Precursor | Fragment

Sample Name Sample Ty--| Component Name 5 . | Accuracy | Formula
e it v / Noise Concentrati-- . Mass Mass

Area Height

{Monceren) Pencycuran Group

RestekPestipph Standard Bitertanol-1 1.00 7.00383 | 7.63%2 018 FRCEEE 28.83 C20H23 338.186  N/A
- Standard Bitertanol-1 10.00 7.733e4 | 7.911e3 912.0 7 | 1.115el 111.49 C20H23-- | 338.186 | N/A
Acephae gy WEE Standard Bitertanol-2 10.00 112204 | 1.16623 2185.0 1.002e1 100.19 C20H23— 338.186
Acctamipnd Sroup 17 Standard gitertanol-3 10.00 3.725e3 | 4.054e2 1387 9  ©.9630 90.63 C20H23- | 338.186
Acibenzolar-5-methyl Group [ 2028 Standard Bitertanol-1 100.00 6.681e5 | 6.66%e4 5026.9 9.760e1 97.60 C20H23- 338.186
Alanycarb Group [ 2020 Standard Bitertanol-2 100.00 0.638e4 | 0.708e3 42803.0 9.791e1 97.51 C20H23-- | 338.186

Aldicarb Group | 2030 Standard Bitertanol-3 100.00 3.666e4 | 3.555e3 1346 7] | 10412 104.00 C20H23-

Aldicarb sulfone Group | 2685 Standard Bitertanol-1 1000.00 3.97586 | 3.870e5 52898.6 9.183e2 91.93 C20H23--

Aldicarb sulfoxide Group R Standard Bitartanol-2 1000.00 6.26385 | 6.277e4 6579.5 ] 1.01%e3 101.80 C20H23-

Ametryn Group EEEA Rostekpesti000poh Standard Bitertanol-3 1000.00 213565 | 1.978e4 4573.3 v 9.6282 96.28 C20H23-

3-Hydrowycarbofuran Group

AR SR YR SR SR YR S SR S S
L AR IR SRR AR SR AR SR SRS
YR YRS VR SRS SR SR S
LSS KL o000

Aminocarb Group
Avermectin Bla Group

Avermectin B1b Group
L3

Azoxystrabin Group

)
- @@ Calibration for Bitertanol-1: y = 0.00192 x + 1.64209e~4 (r = 0.99635, r2 = 0.99272) (weighting: 1 / x~2)
@ Calibration for Bitertanol-2: y = 2.71871e-4 x + 3.97683e-4 (r = 0.99978, rz = 0.99955) (weighting: 1/ x~2)

.Calibratiun for Bitertanol-3: y = 9.81618e-5 x + 5.86095e-5 (r = 0.99914, rz = 0.96828) (weighting: 1/ x"2)

Bendiccarb Group
Benfuracarb Group
Benzoximate Group
Bifenazate Group 0.0
Bosealid Group
Bromucanozole Isomer 1 Group
Bromucanozole Isomer 2 Group

Bupirimate Group

Log Area Ratio

Buprofezin Group
Butafenacil Group
Butocarbaxim Group

Carbaryl Group

Carbendazim Group

14 1.5 1.6

Carbendazim-d4 Group Log Concentration Ratio
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s | Components and Graups _ [MQ#] Calibration (03_RestekPest_Cal_Prod.qsession)

All Components

=]=]=] o =

Expected
RT

Signal Calculated

Sample Name Component Name L N
P PO / Noise Concentrati--

Height Accuracy | Formula
{Monceren) Pencycuron Group
RestekPest0. 1ppb Bifenazate-1
3-Hydroxycarbofuran Group

RestekPest1pph Standard Bifenazate-1 1 24.60 9.431e3 9.532e2 v] 9.932e-1 C17H20--

Acephate Grou
i Ok RestekPest1ppb Standard Bifenazate-2 £ 24.60 4.325e3 1 A J | 9.72le1 C17H20 170.097

Acetamiprid G
b i RestekPest1ppb Standard Bifenazate-3 L 24.60 1502%3 |1 . 7 e.845e- C17H20-- 1 152.070

Acibenzolar-5-methyl Group RestecPest10ppb Standard Bifenazate-1 1 2460 7.376e4 | 7.957e3 7 @ | 1063l C17H20-- 301 N/A

Alanycarb Group RestecPesti0ppb Standard Bifenazate-2 24.60 4.346e4 | 4.993e3 1603. [ 1.277%1 C17H20-- 170.097
Aldicarb Group RestecPest10ppb Standard Bifenazate-3 24.60 1.564e4 | 1.685e3 : It 155e1 C17H20-- 153.070
Aldicarb sulfone Group RestekPest100ppb Standard Bifenazate-1 100.00 24.60 6.978e5 7.610e4 1.057e2 C17H20-- B i N/A

Aldicarb sulfoxide Group RestekPest100ppb Standard Bifenazate-2 100.00 | 24.60 3.453e5 | 3.637e4 i [E2 .051e2 C17H20-- i 170.097
Ametryn Group W RestekPest100ppb Standard Bifenazate-2 100.00 | 24.60 1.331e5 | 1.446e4 i v | 1.012e2 9 C17H20 : 153.070
At roup N RestekPest1000pphb Standard Bifenazate-1 1000.00 | 24.60 3.601e6 | 3.977e5 J ] | 8.870e2 C17H20 N/A

" RestekPest1000pph Standard Bifenazate-2 1000.00 24.60 1.451e6 1.426e5 12590.7 7 7.001e2 C17H20--- 3 170.087
Avermectin Bla Group 5

AR YR SR SRR SR SR NE SR AR
AR R YR SR SRR IR YR YR S Y
AR SR YR SRR Y SR R

AR SR YR SE SR YR SR B SR SR YRS

RestekPest1000pph Standard Bifenazate-3 1000.00 24.60 7.040e5 7.350e4 6370.6 I 8.482e2 C17H20-- . 153.070

Avermectin Bt Group

Azoxystrobin Group

=

- @ Calibration for Bifenazate-1: y = 0.00184 x + 9.41876e-4 (r = 0.99642, r2 = 0.99285) (weighting: 1 / x*2) v
.Callbratmn for Bifenazate-2: y = 9.17493e-4 x + 3.79233e-4 (r = 0.97075, r2 = 0.94235) (weighting: 1 / x"2)

Benfuracarb Group @ Calibration for Bifenazate-3: y = 3.67548e< x + 1.05040e-4 (r = 0.99155, r2 = 0.98316) (weighting: 1 / x~2)

Benzaximate Group

Y Show legend

Bitertanol Group Use percent Y-axis

Bendiocarb Group Show excluded standards

Boscalid Group Log-leg plot
Bromucanozole lsomer 1 Group Aeeim s
Bromucanozole lsomer 2 Group

Bupirimate Group
Export calibration (and save results)..

Log Area Ratio

Buprofezin Group
Butafenacil Group
Butocarboxim Group

Carbaryl Group

Carbendazim Group
0.8 10 12

Carbendazim-d4 Group Log Cencentration Ratio
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Y

=]

iR 1

EE200E

B
83 (42%)
117 (58%)




250

86
17

*REROREEREZEEREER(IDL)ELT =,
** MDLIZIDLES B DREEENSTTE
(500f%, 250mL—0.5mL)
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&8 (SPE) [C K DB MHEEFME
oy I\ZD'J—_/O/E@Fﬁf:

CNFETOIRFTC, KEFHARNPDIBMEYNE DSPEFR K
ODMICE U TR ZIRSDNE L TLD,

Waters HLB & AC-2 ZRU\2Y 25T ASPEDY, [LED
DR b EDFEEN/SIMEIC B L LD,

B SBHBEIE, XY/ —I)LEID e

5 FfREARNRODA:ETIE, Milliex LG GERIKMEPTFE)
NEREXIRMEZIRE LS,
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250 mL, pH 7.0, Surrogates
X,

Whatman GF/C

Waters HLB and AC-2
N2 stream, 40 min
MeOH 5 ml, DCM 3 mL

N2 stream, 0.5 mL, IS and Matrix

TIM (Scan) and SWATH

August 4, 2017 UOK, Lab for Envi Pre Anal 49




//J\\DD@”QUT%Q%:I:%*
/2L (0.5ppb)

xj%flﬂ’iﬂ’;’;* 422
<20 3)

20-40 4
40-60 13

60-80 76 94
80-100 282 } 94% 195 } 39%

100-120 39 73
>120 3 11
I9RSD, % 9.4 9.0

* ¥EH7K200mLIZ 3 & Y E % %100pg (10pg) L, BASE A CRTALE
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Compound

Cimetidine-d3
Clothianidin-d3
Simazine-d10
Diuron-d6
Sulfadimethoxine-d6
Diflubenzuron-d4
Sulfamethoxazole-d4
Carbofuran-d3
Carbaryl-d7

UOK, Lab for Envi Pre Anal

n=10
Average, % RSD, %
100 10.2
110 11.3
107 9.0
116 10.5
108 6.8
95.9 5.5
95.9
106
107




ol 7E 4 8E

RES05R, BEREE (DREE = 30000DTLA—H —1 7
VBLU2DDTOTD o 74 VBRI TREICEE

BEE D& [ 55

- Jon | Mass | RT |Libre- -
Sa- Expected Retenti-- Signal Calculated Precursor | Fragment Mass Retenti--- |
Sample Name Ty Component Na RT Area Height Tim / Nolse Used Co trati- Formula Mass Mass Rati Erro- | Conf-- | Con Error (- | T1 . Library

v

]
®
®
v
v
L]
v
v
v

| 9.50 | 199, 177302 [N/A

9.54 10.5 g | 18432 10H12- 177102 N/A

Product ion chromatogram Precursor ion mass spectrum  Product ion mass spectrum

m - . STP_Sapporo_Efflu_2 - Cot...iff2), (sample Index: 1) ..‘;-pvc!rum from STP_Sappo...from 9.475 to 9.534 min .Uz-tonvoluwvd. Spectrum fr.ursor: 158.6 Da, CE: 35]
Area: 1.342e5, Height: 1.381e4, RT: 9.50 min Q . from STP_Sapporo...cursor: 1585 Da, CE: 35]

@Lt

Precursor m/z Retention Time (min) lon Ratio MName Formula Score m/zi{Dsl  Evror {ppm)  En MM Da) Fit  Rew.Fi

August 4, 2017 UOK, Lab for Envi Pre Anal
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ENIEIZ DT
 I)K=:55Am3H
e MIBAMO: 258 A

Sludge treatment
facility

Grit Primary Activated sludge Final Chlorine
camber sedimentation tank sedimentation | disinfection

tank tank

A

August 4, 2017 UOK, Lab for Envi Pre Anal
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B TE SV D BT

s At AR AV YR ZEY, ProcessTHEMTEAYE

0 - Analytics

[options ~ #] Process New Result

Available Selected
(] 0120161205 LabelComp 4 (1] 20170616 _Australia
(L] 02_20161209_KantoPest 4 a P1PVD3-7.wiff2
] 03 20161209 RestekPest ¥ PIPVD37
(2] 04_20161219_Tokyo 5] PaLBL-2wit2
(] 05_20170414_MixABCI2AE ¥ PaLEL2
] 0620170419 _MbB ] P3LBs 2.mif2
(21 07_20170512 M€ W PaLBs2
(] 08_20170421_MixD
] 201702_STP_Preliminary_Study
[ 20070119 Australia
7] 20170120_DUT
L] 20170123 _Repestsbility test ¥ PaLEES
(] 20170124_Australia P3LEDL-2.wiff2
(] 20170224 InertSustain_AQ-C18_HP_Column ¥ paLcoi2
(L] 20170403 Australia [E] P3LCD13wiff2
(L] 20170406_ChallengeTest ¥ P3LCDI-3
[ 20170410 DUT E] P3LCD1-5.wiff2
(] 20170424_MixD_RTCheck ¥ P3LCOLS
(] 20170605 DUT P3LCD2-2.wiff2
] 20170621 RecoveryTest ¥ PaLCD22
| Disused Data [E] P3LCD2-3.wiff2
[ Reproducibility Test W PILCD23

&) paLco2-Smiff2
¥ P3LCD25
E] PALCD3-2.wiff2
¥ P3LCD3-2
£] P3LCD3-3miff2
¥ P3Lco33

P3LB6-4 wiff2
¥ P3LBa-4
] P3LBS-5wiff2

1 Product Ion\05_Mix_A_Calib_Prod.gmethod
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S IX IR SR DI+ IA H
E—JR%E, BR\ESR TR RERETVAATREEZS

o' Analytics ® 5

ks [ Camponents and Giodes _

All Components

Amitriptyline HCl Group

Signal Calculated Mass | Retenti--

Component Name A et N
e / Noise Concentrati Error (- | Time D---

Acetaminophen-1 6. X . 152.071
6.

P2LB1-2 -+ | Acetaminophen-3 856e3 6.617e2 2 8.697e-1 C8HONO2

P2LB6-2 k- | Acetaminophen-1 1.357e3 1.120e2 5 | <0 Ca8HoNO2

Amanta
Antipyrine Group

) No Match
Atenclal Group

P2LB6-2 k- | Acetaminophen-3 1.679e3 2.373e2 z <0 C8HONO2 No Match

Bisl4-(dimethylamino)-phenyl] methane Group

P2LB6-4 --- | Acetaminophen-1 5.793e2 1.192e2 | G & <0 C8HONDO2 No Match

Bis[5-(dimethylamino)-phenyl] methane Group P2LB6-5 - | Acetaminophen-1 8.02723 | 5.842e2 1.461e-1 CBHONG2 No Match

Bis[6-(dimethylamino)-phenyl] methane Group 371 | P2LB6-5 - | Acetaminophen-2 4.113e3 2.503e2 <0 C8HONO2 No Match

Carbendazim-d4 Group P2LB6-3 -+ | Acetaminophen-3 6.83%92 1.042e2 . [ <0 C8HOND2 Ne Match

Chlorpheniramine maleate Group P2LCD1-2 k- | Acetaminophen-1 7.019e3 8.252e2 X ) Ca8HoNO2 No Match

Chilepieoitisine HE Grogip | 495 |p2iconz - | Acetaminophen-3 228483 | 17332 | 7.1 ; CBHINO2 No Match

— P2LCD1-3  Unk-- | Acetaminophen-1 184124 | 1.716e3 . I CEHONG2 No Match
Clofibrate Group

< P2LCD1-3 k- | Acetaminophen-2 1.30823 1.345e2 13. CBHONO2 No Match
Dextromethorphan Group

AR YRR YA YR Y YR I YR S YA
¢ e 0090 000000

P2LCD1-3 - | Acetaminophen-3 4.324e3 2.197e2 B C8HONO2 No Match i,

Diszepam Group

L3
Diphenidal hydrochlaride Group

Etofenprox-dS Group - @@ External Calibration for Acetaminophen-1: y = 0.04664 x + 0.00334 (r = 0.89936, r2 = 0.80885) (weighting: 1/ x~2)
External Calibraticn for Acetamincphen-2: y = 0.00826 x + 0.00630 (r = 0.93607, r2 = 0.87623) (weighting: 1 / x"2)
.Extemal Calibraticn for Acetamincphen-3: y = 0.00474 x + 0.00435 (r = 0.97245, r? = 0.94565) (weighting: 1 / x"2)

P

&
b
a

Flutamide Group

Furosemide Group
1.0 Show legend
Tbuprofen Group

Ifenpridil Group Use percent Y-axis

Imazalil-d5 Group Log-leg plot
Levofloxacin Group Assign external calibration...
Losartan Group

Remove external calibration
Methamidophos-d6 Group

Log Area Ratio

i ( v
Methomyl-d3 Group Export calibration (and save results)...

Metoclopramide HCl Group
N.N-Dimethyldodecylamine N-oxide Group

Nalidixic acid Group

Naproxen Group
0.8 1.0 1.2

Ormetoprim Group Log Concentration Ratio
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RN

H—FREFRNICE—IH

o - Analytics

ks [ Camponents and Giodes _

All Components

Acetaminophen Group

Amitriptyline HCl Group

Antipyrine Group

Atenclal Group

Bis[4-(dimethylamina)-phenyl] methane Group
Bis[5-(dimethylaminc)-phenyl] methane Group
Bisl5-(dimethylamino)-phenyl] methane Group
Carbendazim-d4 Group

Chlorpheniramine maleate Group
Chlorpromazine HCl Group

Clofibrate Group

Dextromethorphan Group

Diszepam Group

Diphenidal hydrochloride Group
Disopyramide Group

Etofenprox-d5 Group

Flutamide Group

Furosemide Group

Tbuprofen Group

Tfenpridil Group

Imazalil-d5 Group

Levofloxacin Group

Losartan Group

Methamidophos-d6 Group

Methomyl-d3 Group

Metoclopramide HCl Group

Nalidixic acid Group
Naproxen Group

Ormetoprim Group

RO —

~

-—

BWPE, YAIS—DRSVWVIEZIERT

L =]

T ©

T T I IR 558 [Moe v

p2LB1-2
P2LB1-2
P2LB6-2
P2LB6-2
P2LB6-2
P2LB6-4
P2LB6-4
P2LB6-4
P2LB6-5 Unk-
P2LB6-5

P2LB6-5

P2LCD1-2

Unk--
Unk--
Unk--

Unk--
Unk--
Unlc--

Component Name

N, N-Dimethyldodecylamine
N,N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldodecylamine
N, N-Dimethyldedecylamine
N,N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldedecylamine
N, N-Dimethyldodecylamine

N,N-Dimethyldodecylamine

Retenti--
Time

9.936e2
2.606e5

Signal
/ Noise

Define 2 qualifying row:

lon ratio

. Mass erro

Joa s
"C Isotope

I\ vy
CH, Formula

LR R LSRN YRR &

| Show rows that: | Qualify

4.217e-1 230.248
<0 -- | 230.248

6.13%0 230.248

Mass | Retenti---

Error (-

AR YRR YA YR Y YR I YR S YA
ASE YR YR Y YR SR SR S S S SR
AR SRR IR IR YK SR YK SR S 40

a

Minimum Peak Width
Minimum Peak Height
Gaussian Smooth Width
Noise Percentage
Baseline Subtract Window

peak splitting
n Time (RT)
Expected RT

RT half window

Update Expected RT

3 points
100.00

10 points
40.0 %
030 min

2 points

27.59
60.0

Group ¥

+¢@ P2LB1-2 - N,N-Dimethyl...f2), (sample Index: 1)
Area: 1.240e5, Height: 1.237e4, RT: 27.56 min

100% "
27.557

80%

60%

Intensity

40%

20%

0%

27 Toe
Time, min
¥ Peak Details

Precursor m/z Retention Time (min) Ion Ratio
230.248 27.56 1.0000

~ @ Spectrum from P2LB1-2.... 27.537 to 27.596 min
@ [C13H3INO+H]+
100%
228.1960

235.1650

‘ 234.1623 |
i

[

229.1993 230.2476

% Intensity (of 22507.8)

228 230 232 234
Mass/Charge, Da

S

Error (ppm)

¥ Formula Finder Results

Name Formula Score m/z (Da)

Lvew Yl opiions ] ]

@ Spectrum from P2LB1-2....s0r: 232.1 Da, CE: 35]
.lerary Spectrum: N,N-D...mine N-oxide , CE=35+15

100%
58.0849

62.0608 212.2369 230.2487
( 107.0960
Bkl ticiil

% Intensity (of 24926.5)

100 150 200
Mass/Charge, Da
¥ Library Search Results
CAS#  Formula

C14H31NC

Name

[ nN-Dimethyldodecylamine N-oxide
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sRhB IR CI8R DERE

T EOEBMORTEILDEMERELTILE D A1 —THEE

o' Analytics ® 5

s | Components and Graups _ [MQ#] Results Table (MixA_1704.gsession)

T ©

All Components . . Table display settings...
Retenti-- Signal Precursor | Fragment

Component Name 4 -
Time / Noise Add custom column...

Acetaminophen Group
N, N-Dimethyldodecylamine

P2LB1-2 -+ | N,N-Dimethyldodecylamine .5 1. .101 3 12.. 1 1--- | 230.248 58.065

PaLB1-2 k- N,N-Dimethyldedecylamine E 1.41 361 : ¥ i . 569e-1 1 230248 212237

PILB6-2 k- N,N-Dimethyldodecylamine N-— 27.5 21 5 5 I 9.43%-1 14H31- 230298 | N/A Hide selected row(s)

Amitriptyline HCl Group
Antipyrine Group
Atenolol Group

4- ylamino)-phenyl] methane Grou; = =
Bisld-{dimethylamino)-phenyl] methane Group P2LBE-2 - | N,N-Dimethyldodecylamine N-- | 27. 191 1.98303 2 130. @ | 136001 1 - |230.248 | 58.065

Bis[5-(dimethylamino)-phenyl] methane Group 1 P2LB6-2 - N,N-Dimethyldodecylamine N--- i 3 Z 7 ] | 3.088e-1 14H31-- | 230.248 212.237 .
) Add samples...
Bis[6-(dimethylamino)-phenyl] methane Group 1 P2LB6-4 Unk--+ | N,N-Dimethyldodecylamine N--- 5 % R i * 1.346e0 14H31--- | 230.248 N/A

Carbendazim-d4 Group B P2LB64  Unk—  N,N-Dimethyldodecylamine 7 7 761 g 127. @ | 4348e1 1 - |230.298 | 58.085 Remove selected samples
Chlorpheniramine maleate Group P2LB6-4 Unk--- | N,N-Dimethyldedecylamine N-- | 27.5 ‘ 27.5 3266.5 I 7.301e-1 1--- | 230.248 212.237 Set ‘Used'
Chlorpromazine HCl Group P2LB6-5 Unk-- | N,N-Dimethyldedecylamine 27.5 1. 4 3853. 1.126e0 1--- | 230.248 N/A

Set peaks to 'Not Found' for selected rows
P2LB6-5 Unk--- | N,N-Dimethyldedecylamine G .5 i - o . 110.1 | 4.217e-1 -- | 230,248 58.065

Clofibrate Group

: P2LB6-5  Unk- | N,N-Dimethyldodecylamine N-- | 27.5 0.93602 | 1.44 ; z <0 - {230,298 | 212237 Create Metric Plot with new settings
Dextromethorphan Group

P2LCD1-2 | Unk--  N,N-Dimethyldodecylamine - 2.606e5 . 6.13%0 - | 230.248 N/A

Diszepam Group

Diphenidal hydrochlaride Group

Disopyramide Group B

Etofenprox-d5 Group

+¢@ P2LB1-2 - N,N-Dimethyl...f2), (sample Index: 1) ~ @ Spectrum from P2LB1-2.... 27.537 to 27.596 min @ Spectrum from P2LB1-2....s0r: 232.1 Da, CE: 35]
Flutamide Group N N Area: 1.240e5, Height: 1.237e4, RT: 27.56 min .[C14H31ND+H]+ .lerary Spectrum: N,N-D...mine N-oxide , CE=35+15
100% N 100% 100%

27.557 228.1960 58.0849

Furosemide Group

Ibuprofen Group Minimum Peak Width 3 points
80%

Trenpridil Group Minimum Peak Height 100.00 235.1680

230.2476
229‘1‘993 2341623 |
L

62.0608 212.2369 230.2487

( 107.0960
[ TR

Imazalil-d5 Group Gaussian Smooth Width 10 points 60%

Levofioxacin Group Noise Percentage 40.0 %

Intensity

40%
Losartan Group Baseline Subtract Windew | 0.30 min

Methamidophos-d6 Group peak splitting 2 points 0

% Intensity (of 22507.8)
% Intensity (of 24926.5)

Methomyl-d3 Group

Time (RT - 0% =
Metoclopramide HCl Group ime (R 27 Tog 228 230 232 234 100 150 200

Time, min Mass/Charge, Da Mass/Charge, Da
¥ Peak Details ¥ Formula Finder Results —m ¥ Library Search Results
Precursor m/z Retention Time (min) lon Ratio Name Formula Score m/z (Da) Error (ppm) Name CAS# Formula
Update Expected RT Group ¥ 230.248 27.56 1.0000 [ nN-Dimethyldodecylamine N-oxide C14H3INC

Expected RT 27.59

Nalidixic acid Group RT half window 60.0
Naproxen Group

Ormetoprim Group
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Cimetidine-d3
Clothianidin-d3
Simazine-d10

Diuron-d6

tﬁulfamethoxazole-d4
Fulfadimethoxine-dG
Farbofu ran-d3
Farbaryl-d?

iflubenzuron-d4

August 4, 2017 UOK, Lab for Envi Pre Anal



ROV E% 88/501 84/501
PPCPs 70/180 68/180
=P 10/301 11/301

TZAE 0/8 0/8

Z it 8/13 5/13

NS 80.9ug/L 28.8ug/L
U} ([ 39489* 14049*

ey 16.7g/1000  6.0g/1000
- AN/B AN/B

* Inflow or discharge amounts (g/day)
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oxide
Sucralose

Metformin

Theophylline

" Distyrylbiphenyl! disulfonate

Fluorescent brightener 71

4-Hydroxybenzoic acid-methy
ester (Methylparaben)

Ofloxacin

Salicylamide

p-Aminophenol

N,N-Dimethyldodecylamine N-

surfactant

sweetener
antidiabetic drug

asthma medicine

ultraviolet absorber

fluorescent
brightener

preservative

antimicrobial agents

antipyretics,
analgesic

pharmaceutical
intermediates,
antioxidant
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Metformin antidiabetic drug

Sucralose . sweetener

Distyrylbiphenyl

; ultraviolet absorber
disulfonate

Fluorescent fluorescent
brightener 71 brightener

Clarithromycin antibiotics

Sulpiride antipsychotic

1H-Benzotriazole corrosion inhibitor

local anesthesia,

Li in ' '
docaine antiarrhythmic agent

Diphenhydramine antihistamine

non-steroidal anti-

(e inflammatory drug




Samples

2DDTAX YA UIFIELE (BB
IE) t_iﬁtzfd:ll\o

—% (IEFIH:H

Components and Groups

[MQ4] Results Table (RestekPest.qsession)

Sample Name

STP_Sapparo_Infu
STP_Sapporo_Infu
STP_Sapporo_Infu
STP_Sapporo_InfuBL
STP_Sapporo_InfuBL
STP_Sapporo_InfuBL
kyoSTP_Effluen
_TokyoSTP_Effluen
T1_TokyoSTP_Effluen
T2_TokyoSTP_Influen
T2_TokyoSTP_Influen
T2_TokyoSTP_Influen

T3_TokyoSTP_Effluent

-1

0z

TEEES e

Retenti---

Difiubenzuron-2
Diflubenzuron-3
Difiubenzuron-1
Diflubenzuron-2
Difiubenzuron-3
Diflubenzuron-1
Diflubenzuron-2
Diflubenzuron-3
Diflubenzuron-1 d / N/A
Diflubenzuron-2

Diflubenzuron-3

1.266e4
1.069%4
Diflubenzuron-1 i/ N/A

Time

Signal
/ Noise

Calculated
Concentrati---

<

<

M & EEEER

Ion Ratio

& DB

B)ERI—THED, Th—F—AF2 D<A

MaSS RT

Precurso
ks Erro--- | Conf..-

Mass

Fragment

Formula
Mass

C14HSC!--- | 311.039
C14HsCl 311.03¢
C14HseC!-- | 311.039
C14HSCl- | 311.039
C14H9CI--- | 311.039
C14HsCl
C14HeC|
C14HsCl
C14HeCI
C14HsC!
C14HSCI
C14HecC!
C14HSC|

Mass
Error (-

| Retenti--
Time D--

Diflube
Diflube

Diflube
Diflube

Diflube
Diflube

Diflube
Diflube

View

+ @ STP_Sapporo_Infu - Diflub...iff2), (sample Index: 1)
Area: 2.791e3, Height: 5.776e2, RT: 25.42 min

= .Speﬂrum from STP_Sappo...m 25.382 to 25.441 min
@ [C14HSCIF2N202+H]+

= @@ Spectrum from STP_Sappor...rsor: 305.9 Da, CE: 35]
OLnbrary Spectrum: Difiuben...on (35367-38-5) , CE=20+0

August 4, 2017

Minimum Peak Width
Minimum Peak Height

Gaussian Smooth

seline Subtract Window

Peak Splitting

Expected RT 25.50

RT half win:

60.0

Group ¥

100% i
25.819

s ¥
Time, min

¥ Peak Details

Precursor m/z Retention Time (min) lon Ratio
311.039 25.42 1.0000

956.5)

% Intensity (of 5

100%

% Intensity (of 6.35)

¥ Formula Finder Results

Name  Formula

UOK, Lab for Envi Pre Anal

Score

313 314 100

Mass/Charge, Da
¥ Library Search Results

200
Mass/Charge, Da

m/z (Da)  Error (ppm)  En Name CASE

[ oiflubenzuron 35367-38-5 C14HICIF2N202

Formula MM (Da) |

310.03207 9




7°|/jj—47“—4z“>0)77\75*‘$;¥;;:€(ﬁ
, TDIR

PR 1212

Index Sample Name

" (1117 | STP_Osaka_Infui
1118 | STP_Osaka_Inful

19 | STP_Osaka_Inful

1274

| 1275 | STP_Osaka_Infu2

1429

STP_Osaka_Infu2

STP_Sapporo_Infu
1430 | STP_Sapporo_Infu
| 1431 STP_Sapporo_Infu
" 1585

[ 1586

STP_Sapporo_InfuBL
STP_Sapporo_InfuBL
1587 | STP_Sapporo_InfuBL

1741 | T1_TokyoSTP_Effluent_BL

Unk
ﬁﬁWW-H-WE-_ﬂWﬂ@M-W-
Unk
Unk
Unk

Component Na--

Cotinine-1
Cotinine-2

Cotinine-3

Cotinine-2
Cotinine-3
Cotinine-1
Cotinine-2
Cotinine-3
Cotinine-1
Cotinine-2
Cotinine-3

Cotinine-1

==

07~

[TIHEDED

Signal
/ Noise

Expected

RT Area

Height

| 2.483e5
1.760e4
5.617e3

2.9446e6

1.763e5

1657.4
344.6
6.345e4 230.3
1.7595 S.47 s

9.46

3.740e2

=A [
aff

A& B DB

B) M54 7)) 7 (5ppm)LLl LEST=6
B2 481
T =]

EThD,

Calculated
Concentrati---

Precursor | Fragment

Formula
Mass Mass

C10H12
7.125e1 C10H12
C10H12
C10H12- |17
C10H12 177.102
C10H12 177.102
C10H12
C10H12
C10H12
C10H12
C10H12
C10H12

24922 177.102 | N/A

177.102 80.049
17 ©8.060
80.049
58.060
N/A

177.102
177.102

80.049
98.060
N/A

80.049
98.060

177
177.102

102

177.102

177.102 N/A

Libr--
Conf---

Mass
Erro--

Ion

Rati--- Conf -

@ 136.0

v
v
v

v
v
v

46.0

46.0

Mass
Error (-

Retenti--

Time D-- L

018 " Cotinine
0.18

0.16

Cotinine

Cotinine

-I:I---E-EE_WI

Cotinine
Cotinine
Cotinine
Cotinine
Cotinine
No Match

No Match
No Match

/X a8

Minimum Peak Width
Minimum Peak Height
Gaussian Smooth Width
Noise Percentage

Baseline Subtract Window

Peak Splitting

Expected RT
RT half window

Update Expected RT

August 4, 2017

points

points

min

points

View 5

+ ¢ STP_Osaka_Infu2 - Cotinin...iff2), (sample Index: 1)
Area: 2.731e6, Height: 2.706e5, RT: 9.48 min

N
J 9.479

Intensity

San ;.
9 10

Time, min

¥ Peak Details

Precursor m/z
177.102

Retention Time (min) lon Ratio
9.48 1.0000

— @ Spectrum from STP_Osaka...from 9.357 to 9.416 min
@ [CI0H12N20+H]+
100%

100%

80.0495

% Intensity (of 17495.8)

177.10
Mass/Charge, Da

¥ Formula Finder Results

Name Formula Score m/z(Da) Error (ppm) Em

- @ Spectrum from STP_Osaka_...
@ Library Spectrum: Cotinine (486-56-6) ,

rsor: 158.6 Da CE: 35]

177.1029

% Intensity (of 18291.5)

100

¥ Library Search Results

Mass/Charge,

Name  CAS# Formula

UOK, Lab for Envi Pre Anal

MM (Da) Fit Rev.Fi

[ cotinine 486-56-6 C10H12N20 176.09497 98.5 31.1




EEENFESDHI

TJOZ G A (Mm/z=159.972 & 132.961)IEHICHEDFHZEEZ(TTLS,

AN T EIENETE 868 [More _ +]1X]

Retenti-- Signal Usad Calculated Foroila Precursor | Fragment CoRn.I;~-~ ‘I:_::]rf Mass |Retenti-- Libeari= Library
Time / Noise Concentrati-- Mass Mass Error (- | Time D-- Y Score

Sample Na--- ‘] Component Name Height

Diuron-1 1.059%3 . 21.4 11724.4 3.133e-1 CsH10Cl 233.024 N/A v [ ] 3. 0.06 No Match | 0.0
Diuron-2 4.242e4 381 1. 134148 2.158e2 CSH10Cl 233.024 159.972 v [ ] 5 0.07 No Match | 0.0
Diuron-3 1. 1 1.624e2 CSH10CI--- | 233.024 132.961 58.1 0.13 No Match | 0.0
Diuron-1 1. / / N/A C9H10CI-- | 233.024 / N/A
Diuron-2 1. . 49 1. = 2.607e2 CoH10CI 233.024 972 A .08 No Match | 0.0
Diuron-3 21 1.391 1.40. s 55 3 0.4 2.562e2 CoH10Cl 233.024 132.961 53.9 .1 No Match | 0.0
Diuron-1 > g 5 C9H10CI-- | 233.024

Diuron-2 3.063e4 061 1, 2.743e2 CSH10Cl-- | 233.024 159.972 ). No Match
Diuron-3 .40 9.865e3 | 1.02 21. 3614 2.736e2 CSH10CI--- | 233.024 132 ) No Match
Diuron-1 s & N/A / / l/ N/A CSH10CI--- | 233.024

Diuron-2 1. 5.175e4 L 1. 1450498 2.503e2 CoH10CI 233.024 159. No Match
Diuron-3 1.40 1.55%4 1 6623.0 .228e2 CaH10C! 233.024 132.961 No Match
Diuron-1 1. N/A / N/A /A CSH10C! 233.024

(view v W options ___vJ o] &[]

+.G-21 - Diuron-1 (Unknown) 233.0143 - 2...10_DUT¥G-21.wiff2), (sample Index: '.Deconvoluted, Spectrum from G-21.wiff2 ...2.200 min Precursor: 232.1 Da, CE: 35]
Area: 1.388e4, Height: 1.668e3, RT: 21.43 min @ Spectrum from G-21.wiff2 (sample 1) - G- 2
100% @ Library Spectrum: Diuron (330-54-1) , CE=35£15
! 100% -

Minimum Peak Widt
80% 7p.0447
Minimum Peak Height
= 50% f&.0960

[ 163.0290
770826 1350140

159.9911 207.0463
35 o ES N E Y R T

Gaussian Smooth Width

Noise Percentage

Intensity

Baseline Subtract Window

% Intensity (of 8975.0)

Peak Splitting

150
Time, min Mass/Charge, Da
¥ Peak Details ¥ Library Search Results -
Precursor m/z Retention Time (min) lon Ratio Name  CAS# Formula MM (Da) Fit  Rev.Fit Purity  CE (eV)
Update Expected RT Group ¥ 233.024 21.43 1.0000 B Diuron  330-54-1 COH10CI2N20 232.01701 86.5 95.2 71.3 35

Expected RT 21.34

RT half window 60.0

UOK, Lab for Envi Pre Anal




1 A VICKDBHEDOSIHINR

BESAALUADHENLTRLED-S, REHBLBREELTNETNELD,
ZOBITIE, REBRBEREENSTOFT VAU 1 DEEEZRA

%

Sample
Name

Expected 4 Retenti- - Signal Calculated Precursor | Fragment Retenti---
E:_Ic_ Area Height 9 Formula 9

Hries SO DI Time / Noise Concentrati--- Mass Mass -« | Time D---

Library H

7825 | P1IPVD5-13 Unk Cotinine-1 9.27 14155 |[1451ed |90.24 171.0 E 1.093el Ci10H12-- | 177.102 N/A 0.03 No Match

|| 7826 | P1PVDS-13 unk Cotinine-2 9.27. 2.924e3 2.432e2 9.40 14.8 [ 6.861e-1 C1l0H12 177.102 80.049 No Match
|| 7827 | P1PVDS-13 unk--- | Cotinine-3 9.27 3.908e4 | 4.171e3 9.32 345.6 [ |4.611el C10H12--- | 177.102 S8.060
| 7981 | P1PVDE-2 Unk--- | Cotinine-1 9.27 1.166e5 1.092e4 9.38 197.1 [l 7.036e0 Ci10H12-- | 177.102 N/A
| 7082 | P1PVDE-2 Unk--- | Cotinine-2 9.27 2.798a4 2.356e3 9.40 1221 [ 6.67%e0 C10H12-- | 177.102 80.049
|| 7083 | P1PVDE-2 Unk- | Cotinine-3 9.27 64833  5.611e2 9.39 : [ 3.587e0 C10H12— |177.102 | 98.060
| 8137 | P1PVDE-3 Unk--- | Cotinine-1 9.27 5.131e4 5.527e3 9.39 93.1 3.605e0 C10H12--- | 177.102 N/A

No Match

Cotinine
0.13 Cotinine
0.12 Cotinine
0.12 Cotinine
] 8138 | PIPVDG-3 Unk-- | Cotinine-2 9.27 1.256e4 1.182e3 9.40 50.8 3.482e0 C10H12--- | 177.102 80.049
|| 8139 | P1PVDE-2 Unk Cotinine-3 9.27 2.375e5 2.212e4 9.33 1180.7 [F 2.776e2 C10H12--- | 177.102 98.060 0.06 No Match
| 8203 | P1PVDGE-S Unk Cotinine-1 9.27 1.218e5 1.163e4 9.25 141.5 7.603e0 C10H12--- | 177.102 N/A ® 53.6 0.02 No Match

0.13 Cotinine

LSRR YRR SR SN IR
LS S Y I S I SR
[ JRNESENESESE I N

--——-—n---m

8295 | P1IPVDE-5 Unk--- | Cotinine-3 9.27 3.638e4 3.814e3 9.34 392.3 ¥ 3.427el C1l0H12--- | 177.102 98.060 4.6 0.07 No Match

_5449 PITDD1-3 unk--- | Cotinine-1 9.27 2.415e4 2.334e3 9.42 38.8 ¥ 1.318e0 C10H12--- | 177.102 N/A v v [ ] -0.8 0.15 No Match

BA tegrat view W options v J o] =[]

+ @ PIPVD6-5 - Cotinine-2 (...{f2), (sample Index: 1) | - @@ Spectrum from P1PVD6-...om 9.356 to 9.415min || Spectrum from P1PVD6-5.wif...ecursor: 158.6 Da, CE: 35]
Area: 6.082e3, Height: 6.198e2, RT: 9.41 min @ [C10H12N20+H]+ 100% -

100% 5 67.0539 |[5s5.0544
177.

177.0759
177.0077

. 141.0906
Minimum Peak Width points o 50%

80%
123.0807 137.0962
111.0436 |

Minimum Peak Height

Gaussian Smoaoth Width paints 60%

Moise Percentage 155.1065

Intensity

40%
Baseline Subtract Window min

)
=}
&

% Intensity (cf 691.4)
% Intensity (of 898.9)

Peak Splitting points 2% P ' \‘ ’
0% II | U

177.0 177.1 177. 100 150
Expected RT i Time, min Mass/Charge, Da Mass/Charge, Da

¥ Peak Details ¥ Formula Finder Results — ¥ Library Search Results

Precursor m/z Retention Time (min) Ion Ratio Name Formula Score m/z (Da) Error (ppm) Name CAS# Formula MM (Da) Fit  Rev.Fit
Update Expected RT 177.102 9.41 0.0499

RT half window

UOK, Lab for Envi Pre Anal




idocaineDIFE (VAL D—NX)

FELCLIGEHMBERELI-D, TRIS—DEENKELELD,

Sample

Component Name
Name =

Area

Retenti-
Time

Calculated
Concentrati---

Signal

Height / Noise

Precursor
Mass

Fragment

Formula
Mass

Mass
Error (-

Retenti---

SR Library H

P1LCD4-11
P1LCD4-11

Lidocaine base-1
Lidocaine base-2
P1LCD4-11 Lidocaine base-3
P1LCD5-2
P1LCD5-2
P1LCDS5-2
P1LCDS5-3

Lidocaine base-1
Lidocaine base-2
Lidocaine base-3
Lidocaine base-1
P1LCD5-3
P1LCD5-3
P1LCD5-5
PiLCDS5-5

Lidocaine base-2
Lidocaine base-2
Lidocaine base-1
Lidocaine base-2
P1LCDS-5 Lidocaine base-3

P1LCD5-13 Lidocaine base-1

1.637e5
7.233e4
6.974a3
8.698e4
2.852e4
8.400e2
1.610e5
6.655e4
5.619e3
3.271e4
2.818e3
1.16%9e4
2.616e4

1.253e4 21.94 109.8 5.504e0

5.707e3 2193 796.9 6.753e0

5.522e2 21.52 43.6 5.408e0

5.757e3 21.96 l61.2 2.13620

2.428e3 21.96 367.8

7.6

1.853e0

1.383e2 21.53 <0

1.093a4 21.94 5.656e0

5.425e3 21.93 6.473e0

5.387e2 21.93 4.276e0

1.872e3 8.380e-1
2.890e2 <0
8.076e2 9.354e0

2.040e3 6.310e-1

C14H22--- | 235.180 N/A

C14H22--- | 235.180 86.100

C14H22--- | 235.180 58.065

C14H22--- | 235.180 N/A

C14H22--- | 235.180 86,100

C14H22--- | 235,180 58.065

C14H22 235.180 N/A

Cl4H22 235.180 86.100

Ci4H22--- | 235.180 58.065

C14H22--- | 235.180 N/A

C14H22--- | 235.180 86.100

C14H22--- | 235.180 58.065

C14H22--- | 235.180 N/A

....QKQOOI

SN A S S S S S S S8 S

-25.8 0.02 Lidocaine bast

-25.8 0.01 Lidocaine bast

-25.8 0.00 Lidecaine base

-30.8 | 0.04 Lidecaine basg

-30.8 0.04 Lidocaine base

-34.7 0.01 Lidocaine base

-2.7 |0.02 Lidocaine base

-2.7 0.01 Lidocaine base

-2.7 0.01 Lidocaine bast

0.06 No Match
0.03 No Match

029 No Match

000 @< <S8 S

0.06 No Match

3

B

Minimum Peak Width points
Minimum Peak Height

Gaussian Smooth Width points
Meise Percentage %
Baseline Subtract Window min

Peak Splitting points

ntion Time (RT)

Expected RT
RT half window

Update Expected RT

August 4, 2017

+ @ P1LCD5-2 - Lidocaine ba...f2), (sample Index: 1)
Area: 8.698e4, Height: 5.757e3, RT: 21.96 min

100%

0%

60%

Intensity

40%

20%

0%

¥ Peak Details

Precursor m/z
235.180

@ [C14H22N20+H]+
100%

— @@ Spectrum from P1LCD5-...

235.1325

21.926 to 21.985 min

235.2043

A ;

% Intensity (of 1451.8)

e S P

Y, = =

Time, min

20 21 235.10

Retention Time (min) lon Ratio

21.96

¥ Formula Finder Results
Name  Formula

1.0000

235.15 235.20

Mass/Charge, Da

Score  m/z(Da)  Error (ppm)

UOK, Lab for Envi Pre Anal

{options v ] o] %]

— @ Spectrum from P1LCD5-2...0r: 232.1 Da, CE: 35]
@ Library Spectrum: Lidocaine base , CE=35%15

100% 4
86.0064

130.1235 200.0584

L.J..llll:umll.\ LL. iy
y

% Intensity (of 4.6ed)

100 150 200

Mass/Charge, Da

250

MM (Da)  Fit
C1l4H22N20 234.17321 97.5

¥ Library Search Results

Name CAS#  Formula

B Lidocaine base




LidocaineDIzE& (Y AILS5—/]\)

RIL &S at e 8%

L=, RRIS—DEENKESKELD,

Sample
Name

Component Name

Expected
RT

Area

Height

Retenti-:

Time

Signal
/ Noise

Calculated
Concentrati---

Formula

Precursor
Mass

Fragment
Mass

Mass

Error (---

Retenti-:-
Time D--

Library H

i pucoss

P1LCD4-11
P1LCD4-11
Pi1LCD4-11
PI1LCD3-2
P1LCDS5-2
PI1LCD3-2

PILCD3-3
P1LCDS5-3
PI1LCD3-5
PILCD3-5
PI1LCDS5-5
PI1LCD3-13

Unl---

uUnk

Unlke---
Unl---

uUnk

Lidocaine base-1
Lidocaine base-2
Lidocaine base-3
Lidocaine base-1
Lidocaine base-2

Lidocaine base-3

Lidecaine base-2
Lidocaine base-3
Lidocaine base-1
Lidecaine base-2
Lidocaine base-3

Lidocaine base-1

21.92
21.92
21.82
21.92
21.92
21.82

21.92
21.92
21.82
21.92
21.92
21.82

1.637e3
7.233e4
6.67423
8.698e4
2.852e4
8.400e2

6.655e4
5.619e3
3.271e4
2.818e3
1.16%04
2.616e4

1.253e4
5.707e3
5.522e2
5.757e3
2.428e3
1.283e2

5.425e3
5.387e2
1.872e3
2.809e2
8.076e2
2.040e3

21.94
21.93
21.92
21.96
21.96
21.93

21.93
21.93
21.08
21.95
21.63
21.08

109.8
796.9
43.6
61.2
397.8
7.6

753.8
40.1
21.8
63.2
64.9
19.2

5.504e0
6.753e0
5.408e0
2.136e0
1.853e0

6.473e0
4.276e0
8.380e-1
<0
9.354e0

F
v
I
F
v
v

6.310e-1

C14H22--

Ci4aH22

C14H22--
C14H22--

C14H22
C14H22--

I e O N

C14H22--
C14H22

C14H22--
C14H22-

Ci4aH22

C14H22--

235.180
235.180
235.180
235.180
235.180
235.180

235.180
235.180
235.180
235.180
235.180
235.180

N/,
86.100
58.065
N/A
86.100
58.065

6.100
58.065
NfA
6.100
58.065
NfA

-25.8
-25.8
-25.8
-30.8
-30.8
-34.7

-2.7
-2.7
8.0
25.8
389
-45.2

0.02
0.01
0.00
0.04
0.04
0.01

----m-

0.01
0.01
0.06
0.03
0.28
0.06

Lidocaine bast

Lidecaine base

Lidocaine bas¢

Lidocaine bast

Lidecaine base

Lidocaine bas¢
bas{

Lidocaine bast

Lidecaine base

No Match

No Match

No Match

No Match

+

(]2 a8 Opions ___vJ o] <]

21.926 to 21.985 min

Minimum Peak Width
Minimum Peak Height
Gaussian Smooth Width
MNoise Percentage
Baseline Subtract Window

Peak Splitting

points

points
%
min

points

Expected RT
RT half window

Update Expected RT

+ @ P1LCD5-3 - Lidocaine ba...f2), (sample Index: 1)
Area: 1.610e5, Height: 1.093e4, RT: 21.94 min
100%

80%

60%

Intensity

40%

20%

0%

¥ Peak Details

Retention Time (min) Ion Ratio
21.94 1.0000

Precursor m/z
235.180

— i@ Spectrum from P1LCD5-...
@ [C14H22N20+H]+

235.1799

235.1331
.EL‘.JL

235.1608

235.2050

% Intensity (of 3365.9)

235.1

235.2

Mass/Charge, Da

¥ Formula Finder Results

Name  Formula  Score

m ﬂ’ ¥ Library Search Results

m/z (Da)

Error (ppm)

Lab for Envi Pre Anal

— i Deconvoluted, Spectrum ..

i Spectrum from P1LCDS-3....
@@ Library Spectrum: Lidocaine

100%
86.0062

14

N

sor: 232.1 Da, CE: 35]
rsor: 232.1 Da, CE: 35]
base , CE=35%£15

9.0235
221.0608
e L "

Lot

% Intensity (of 4.6e4)

100

150 200

Mass/Charge, Da

Name CAS#

E’ Lidocaine base

Formula

MM (Da)  Fit

C14H22N20 234.17321 100.0
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