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e BEHES=HASLICEAEH-BHIE
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Q3-SCANYAOT M 5L

Negative-mode

m/z=60-500

W TIC of -Q3: from Sample 9 (476 St2.5ppbi80%MeOH) of 110406_Beai_neg_scanwif (Turbo Spray)

Wax. 1268 Gps.

W TIC of -03: from Sample 6 (34 beaf PSA 0.5mL unkown ) of 110304_Beal_neg_Q3scan.wif (Turbo Spray)

1446 4533

Max. 2468 cps,
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= DPSA-30m
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1.6e8 1868
15¢8 1768
1.4e8- 1.6e8-
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me. mn Time, min
WTIC of -Q3: from Sample 6 (416 beaf SAX+PSA acr(3/1) 0.6mL add-4) of 110406_Beaf_neg_scanwiff (Turbo Spray) Wax. 1828 cps. W TIC of -Q3: from Sample 5 (/4 bea GCS+PSA 0.5mL unkown ) of 110304_Beaf_neg_Q3scan wif (Turbo Spray) Max 2268 cps.
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,  14e8 , 14e8
5 13e8 8 138 fadzy
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| 004 096 183 %11 306, 374 448y 1769 18.44.18.66
9067 9067
8067 8067
7.0e7 7.067
6.0e7 6.067
5067 Tagpgmunn®® 5067
4067 4067
3067 o N g
e y3 S I \ 3,067
2067 é 2067
1.0e7)f 1.0e7¥
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sax+psan Q3-SCANY AT RIS L (Negative-mode)
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n
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1.0e7),

[ W TIC of -Q3: from Sample 6 (4/6 beaf SAX+PSA acn/tr(3/1) 0.5mL add-4) of 110406_Beaf_neg_scan.wiff (Turbo Spfay)

13.80

AFUEE

l/ 15,68

14.28

INLERLA YR

Max. 1.8e8 cps.

ATTI B

0.0 T T T

140

14.5 15.0 15.5
Time, min
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W5 75,686 min from Sample § (46 bear SAX¥PSA aonr(31) 0.5mL add4] of 110408 _Beat _neq_scan wif (Turbo Spray)

Tntensity, cps.
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440

@ NILESFUBBD AR

W Q3. 15,486 min from Sampie 6 (416 beal SAX+PSA acnr(31) 0.5mL add-4) of 110406_Beal_neg_scan.wifl (Turbo Spray)

Tntensity, cps.
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LC/MS/MSI5E &4

&E MS : API 3200 system (AB SCIEX)
LC : Prominence (SIMADZU)
SHhS L L-column2 2.0X150mm 3.0um (b E SEMBrZeisis)
®EMH A : 0.5mMEFEL7  E2) LKB &
B : 0.5mMEFER7VE-DLAEF AR/ —IL
3% Iy MEH B conc. (%)

Pos : 10%—50% (0-1min) —98% (1-17min) —98% (17-23min) —10% (23-30min)
Neg : 10%—50% (0-2min) —98% (1-10min) —98% (10-13min) —10% (13-20min)

2 17 B 30min (Positive) , 20min (Negative)
E 0.2mL/min

EAE 5uL

1A EE—F ESI Positive/Negative

A4 RAFTL—EBRE 5500V (Pos) / -4500V (Neg)

120V —RBE 350°C

AEE—F MRM (Multiple Reaction Monitoring)
Q3 SCAN (m/z : 60-500) (Negative)
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A nE U ERFE RO

A FRz>F ARGFNRE0.01ppm (n=5)

I spike I spike I spike

No. RES EYR#E rsp  [ERE  No RES EYRE rsp  [ERE  No RE4 EURE rRsp  [EYRE
(%) (%) (%) (%) (%) (%) (%) (%) (%)
1 1-Naphthylacetamide 100.5 9.3 98.7 26 Chloridazon 95.8 5.0 103.6 51 Difenoconazole 101.3 6.1 91.1
2 3-Hydroxycarbofuran 94.0 8.6 67.3 27 Chlorimuron-ethyl 68.1 6.3 90.3 52 Diflubenzuron 96.3 24 103.1
3 Abamectin 73.5 5.5 94.1 28 Chlorsulfuron 36.9 12.2 82.8 53 Dimethirimol 82.6 7.2 96.1
4 Acephate 83.5 12.8 90.3 29 Chlorxuron 106.8 7.8 97.2 54 Dimethoate 102.5 11.6 87.4
5 Acetamiprid 108.3 5.5 100.3 30 Chromafenozide 107.2 10.5 96.3 55 DimethomorphE 95.7 10.2 100.5
6 Acibenzolar-S-methyl 77.2 7.2 99.5 31 Cinosulfuron 51.7 27.8 89.2 56 DimethomorphZ 111.3 6.8 109.4
7 Aldicarb 112.3 12.3 93.5 32 Clofentezine 89.6 6.6 120.0 57 Dimeton-s-methyl 103.6 16.1 91.8
8 Aldoxycarb 97.1 6.1 92.6 33 Clomeprop 84.6 2.2 90.9 58 Diuron 89.8 6.0 97.9
9 Anilofos 90.3 3.8 98.3 34 Cloquintocet-mexyl 88.0 6.1 99.2 59 Dymuron 110.1 9.9 108.9
10 Aramite 91.7 5.3 94.6 35 Cloransulam-methyl 53.6 29.0 139.1 60 Epoxiconazole 95.3 7.2 95.3
11 atrazine 98.7 7.1 100.2 36 Clothianidin 89.2 11.8 88.8 61 Epoxiconazole 101.3 6.5 110.7
12 Azamethiphos 55.5 18.1 103.9 37 Cumyruron 107.0 6.4 99.3 62 Ethametsulfuron-methyl ~ 40.5 33.8 90.3
13 Azimsulfuron 71.2 17.4 98.9 38 cyanazine 113.2 74 103.6 63 Fenamidone 103.3 4.7 105.8
14 Azinphos-methyl 124.5 134 103.1 39 Cycloate 72.9 11.5 67.8 64 Fenamiphos 102.8 7.7 97.9
15 Azoxystrobin 98.8 9.5 95.0 40 Cyclosulfamuron 72.4 15.0 103.4 65 Fenbuconazole 95.4 13.6 104.0
16 Bendiocarb 97.6 10.2 95.5 41 Cyflufenamide 103.1 4.5 96.8 66 Fenhexamid 89.3 6.2 108.7
17 Bensulfuron-methyl 65.1 15.2 111.5 42 Cyproconazole-1 112.0 10.3 114.8 67 Fenobucarb 104.5 9.4 103.0
18 Benzofenap 88.8 4.3 96.4 43 Cyproconazole-2 113.5 7.3 115.6 68 Fenoxycarb 105.8 5.4 110.7
19 Bitertanol 97.7 17.0 88.2 44 Cyprodinil 88.7 4.4 104.7 69 Fenpyroximate E 75.3 4.0 95.8
20 Boscalid 102.7 6.3 109.6 45 Daimuron 110.1 9.9 108.9 70 Fenpyroximate Z 75.4 4.9 97.5
21 bromacil 67.5 34.2 829 46 DDVP2 72.7 16.3 117.3 71 Fensulfothion 99.0 6.3 95.7
22 Butafenacil 101.0 5.2 98.0 47 Di-allate 75.3 18.0 77.9 72 Ferimzone EandZ 91.0 5.4 96.1
23 Carbaryl 110.5 54 104.5 48 Dichlosulam 53.4 20.0 88.4 73 Flazasulfuron 56.6 22.5 117.9
24 Carbofuran 144.0 4.4 113.8 49 Diclomezine 107.6 2.9 114.2 74 Florasulam 60.2 20.0 107.4
25 Carpropamide 98.1 3.5 98.7 50 Diclotopos 104.1 11.5 108.0 75 Fluazifop - - 93.0
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AN E R R

A FRz>F ARGFNRE0.01ppm (n=5)

Iy spike Iy spike I spike
No. RE4A EURE rRsp [EYRE  No. RE4 ERE rRsp [EYRE  No. RE4 EURE rRsp  [ERE

(%) (%) (%) (%) (%) (%) (%) (%) (%)
76 Flufenacet 105.4 7.9 104.4 101 Indoxacarb 96.4 6.8 95.0 126 Norflurazon 98.7 4.2 96.4
77 Flufenoxuron 90.9 4.7 94.0 102 lodosulfuron-methyl 60.0 17.9 84.7 127 Novaluron 92.8 54 86.8
78 Flumetsulam e 5.0 92.7 103 Iprovalicarb 1035 154 89.1 128 oxadixyl 1071 134 1106
79 Fluridon 100.4 5.9 102.6 104 Isoprocarb 103.9 11.4 100.3 129 Oxamyl 108.7 12.8 94.4
g0 Fluridone 1042 6.9 98.0 105 Isoxaflutole B 39 95.7 130 Oxaziclomefone 929 45 1014
81 Flusilazole 103.6 10.5 87.8 106 Lactofen 109.8 4.5 120.7 131 Oxycarboxin 96.7 14.6 90.1
g2 Flutriafol 118.9 6.2 114.9 107 Lenacil 93.8 59 96.7 132 Pencycuron 87.1 4.3 95.4
g3 Foramsuifuron B 5«6 90.1 108 Linuron 107.7 9.7 1064 133 Penoxsulam 664 141 1095
84 Forchlorfenuron 109.3 34 110.9 109 Lufenuron 102.3 10.0 106.2 134 Phenmedipham 103.5 7.0 95.8
g5 Fosthiazate 96.7 5.6 94.6 110 Mepanipyrim 78.7 5.5 80.3 135 PhosphamidoneE 102.0 11.0 100.6
86 Furametpyr 102.7 6.7 107.6 111 Mesosulfuron-methyl 574 20.5 86.9 136 PhosphamidonezZ 99.6 10.3 103.0
g7 Furathiocarb 44.6 9.2 101.1 112 Methabenzthiazuron 97.1 5.5 935 137 Primicarb 112.4 6.0 115.4
gg Halosulfuron-methyl 85.7 9.5 104.2 113 Methamidophos 38.1 9.7 47.6 138 Propaquizafop 83.3 1.5 90.5
g9 Haloxyfop el - 1022 114 Methiocarb 993 82 93.8 139 propoxur 109.8 106 99.2
90 Hexaconazole 91.7 17.6 107.9 115 Methomyl 162.3 94 941 140 Propoxycarbazone 80.6 8.9 103.7
91 Hexaflumuron 99.4 5.1 87.0 116 Methoxyfenozide 119.8 8.0 113.6 141 Pyraclostrobin 95.1 9.8 95.1
92 hexazinon 1009 7.2 1072 117 Metosulam e 5.4 97.8 142 Pyrazolynate 890 6.9 91.8
93 Hexythiazox 754 3.4 92.1 118 Metsulfuron-methyl 58.9 31.1 115.0 143 Pyrazosulfuron-ethyl 81.6 8.1 90.9
94 Imazalil 86.5 7.8 104.5 119 mevinphosE 104.3 17.8 97.3 144 Pyriftalid 100.9 54 101.8
95 imazamethabenz-methyl 100.0 10.3 95.0 120 mevinphosZ 105.8 12.8 110.3 145 pyroquilon 88.1 8.4 92.1
96 Imazaquin 00 90.8 121 monocrotophos 99.2 9.6 99.7 146 Quinoclamine 932 109 90.8
97 Imazosulfuron 87.0 35.6 94.9 122 Monolinuron 91.2 10.8 86.4 147 Quizalofop-ethyl 90.5 4.0 103.9
98 Imibenconazole 1342 149 | 1504 123 Myclobutani %60 73 1000 148 Silafluofen BN - o6
99 Imidacloprid 95.3 7.9 98.1 124 Naproanilide 104.7 1.8 106.9 149 Simazine 113.2 3.0 114.2
100 Indanofan 97.8 10.2 90.1 125 Naptalam - - 78.0 150 Simeconazole 99.4 5.8 97.1
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AN E I ERFERO

b FRIVF ANPRNEE0.01ppm (n=5)

Iy spike I spike Eiy spike
No. =EA BURE RrsD  [EURE  No =EA BlUR#E rsD [EYRE  No =ES BURE RrsD  [ERE

(%) (%) (%) (%) (%) (%) (%) (%) (%)
151 Simetorin 97.4 7.7 103.8 175 Tridemorph Z - 98.5 Neg MCPB - 118.7
152 Spinosyn A 73.3 102.1 176 Trifloxysulfuron 47.8 31.5 114.9 Neg MCPP (Mecoprop) 111.7 103.5
153 Spinosyn D 105.0 95.4 177 Triflumuron 101.5 8.8 97.2 Neg Methoxyfenozide 100.4 6.0 105.7
154 Spiroxamine-A 54.5 96.4 178 Trifluzamide 75.2 9.5 88.8 Neg Naphthaleneacetic acid [0 - 123.3
155 Spiroxamine-B 42.5 108.3 179 Triticonazole 97.8 7.8 100.8 Neg Naproanilide 94.2 3.2 99.4
156 Sulfentrazone 93.1 10.7 111.2 180 XMC 106.9 13.7 98.7 Neg Norflurazon 98.1 6.7 106.8
157 Sulfosulfuron 85.2 25.7 95.2 Neg Oryzalin 101.8 7.0 103.8
158 Tebufenozide 97.4 5.5 89.1 Neg 2-4-D - 100.3 Neg Thidiazuron 82.6 10.1 98.9
159 Tebuthiuron 96.9 9.3 88.6 Neg 2-4-DP (Dichlorprop) - 118.9 Neg Triclopyr - 109.8
160 Teflubenzuron 81.4 9.7 97.8 Neg 4-Chlorophenoxyacetic a - 104.4 Neg Trifluizamide 105.5 7.1 102.2
161 terbacil 98.3 15.5 109.5 Neg Acifluorfen 75.7 133.9
162 Tetrachlorvinphos 100.6 7.5 101.8 Neg Bromoxynil 30.2 35.7 105.0 BRENEBELTHHAT
163 Tetraconazole 108.6 19.0 95.1 Neg Cloprop - 103.9 Pos carboxin - - -
164 Thiabendazole 93.5 4.9 113.8 Neg Cyclanilide 721 109.5 Pos Clofencet - - -
165 Thiacloprid 96.6 4.6 95.0 Neg Dichlorprop - 118.9 Pos Ethoxysulfuron - - -
166 Thiamethoxam 95.0 13.4 91.1 Neg Dicloran 98.4 12.4 91.0 Pos Fenoxaprop-ethyl - - -
167 Thidiazuron 86.6 19.7 89.8 Neg Dimethipin 121.6 15.2 98.3 Pos Iprodione - - -
168 Thifensulfuron-methyl 53.2 15.3 103.4 Neg Fluroxypyr - 107.5 Neg Formothion - - -
169 Thiodicarb oo - 97.8  Neg Fomesafen 9.0 7.3 98.7
170 Tralkoxydim 105.3 2.8 112.5 Neg Gibberellin - 101.2
171 Triadimenol 122.8 12.5 118.5 Neg Hexaflumuron 102.8 3.1 106.2
172 Triasulfuron 46.8 19.7 95.5 Neg loxynil 38.2 26.6 105.7
173 Tricyclazole 95.7 5.4 107.7 Neg Lufenuron 97.2 3.6 99.2
174 Tridemorph E B0 - 995  nNegMCPA el - 1097
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EERERFEORE

=EA LogKow KBRE pKa
Haloxyfop 1.34 43.4 mgll 2.9
Imazaquin 0.34 60-120 mg/I 3.8
Naptalam 0.104 (pH 5), 0.004 (pH 7), -0.036 (pH 9) 200 mg/I 4.6
cH cH ,““0‘5-;".."‘
(OH:: XFC“ @ o -COOH% DB Z(IPSA

CH
N pic LT N =
FsC‘QO@OQHCOzH ", N | N o CONH [Th5yTEh3
— “.'n.-..---"‘: | i s H...h Y
C' = CoH 1) @ ELREA0Y

RES LogKow KBRE pKa

Triasulfuron 1.1 (pH 5.0), -0.59 (pH 6.9), -1.8 (pH 9.0) (25 °C) ?pZH(%H4)5)(’m 8;'5 ‘2"5HOQ)’ 13500 4 64 (20 °C)

Trifloxysulfuron  -0.43 (pH 7, 25 °C) 5016 mg/l (pH 7, 25 °C) 4.76 (20 °C)
120 (pH 5.0), 4000 (pH 6.7),

Cinosulfuron 2.04 (pH 2.1, 25 °C) 19 000 (pH 8.1) (mg/l, 25 °C) 4.72
OCH, -CONH(B7=F#E&)
so; NHCOI.\IH a—(/N_\< OCH,CF, ... OCH, N_<OCH3 HFOREIXPSAMS
%, S N=( qu NHCONH—(’ } QSQZNHCONH < _< DiaHAEL
OCH,CH. & CH, .. &
e O 0CH,CH,0CH; OCH,  @EIRIEA40-50%
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LCMS/MSZRW-BEN(FPRD P ORBRESMEEMEL. BIIZEM TS
A7 Lo THHE. BHI-ASLICKIFRERZTV. B~ EEEREFTTES
RELI-RE—F R EZRE LT

B 7ErINCKYME SN DGR DEZEEDRIFEE(/NILSFUBEPA LA VBT E 1 #110
~40%) D EDBRETZ1To1-=

B EDNBEICKYT RN BOTICEEEEN DB, COTIETKES DIEHEEZE N
Uﬁ(:th“fgf:o

B SAX+PSAZTEM=MN-MIY (3:1) TRWAIET. Kooz ST IEEE%E
ﬁﬁf%f:o

B pKaZ B oL LR EF XM 7IFEEER XL SILEEEZRKRLT, 240 7EILL
LDRET., 70-120%0 BIFE BN EZ{FLH_ENTET,

B ANAIEIRBELRLSEDIEILLET70-120%LLREBRIFGIENDS. TRV H R (2L DA
AU EEZZ T TICRHEENTES TS LRS-,
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