LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On - 07 Jul 2020 16:14

Operator : SY/MD

Sample - L3217-04

Misc - 5.09G/5ML/MSVOA Y/SOIL ==
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y062920S.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.365 85 103 119 rBVY 2271395 7455240 100.00% 37.801%
2 2.688 153 156 160 rBv3 927256 757356 10.16% 3.840%
3 2.761 166 168 171 rBv2 779655 432070 5.80% 2.191%
4 2.816 173 177 178 rBV2 1694968 1567331 21.02% 7.947%
5 2.828 178 179 183 rVvv3 1329508 979164 13.13% 4 .965%

2.865 183 185 196 rVB5 861370 731600 9.81% 3.710%
2.944 196 198 204 rBV3 915211 697245 9.35% 3.535%
2.987 204 205 213 rVB2 473395 334051 4.48% 1.694%
3.151 228 232 234 rBV3 1015315 1051005 14.10% 5.329%
3.200 238 240 243 rBV3 1155236 820660 11.01% 4.161%

=
QO ~NO®

11 8.285 1060 1074 1085 rBv2 320801 866260 11.62% 4.392%
12 8.529 1107 1114 1119 rBV 36658 84869 1.14% 0.430%
13 8.596 1119 1125 1137 rVB 63701 162367 2.18% 0.823%
14 9.035 1189 1197 1205 rBV 325031 648337 8.70% 3.287%
15 10.351 1404 1413 1428 rBV 497194 927713 12.44% 4._.704%

16 10.687 1461 1468 1478 rVB2 90268 176543 2.37% 0.895%
17 11.376 1575 1581 1588 rVB 43850 78471 1.05% 0.398%
18 11.571 1605 1613 1624 rBV 396064 695126 9.32% 3.525%
19 12.522 1758 1769 1781 rVvB2 359853 633304 8.49% 3.211%
20 13.442 1914 1920 1929 rVB 406668 623593 8.36% 3.162%

Sum of corrected areas: 19722305
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VYO070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

> Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VY003129.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-(2-Furyl)pyridine Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

2.69 43.71 ug/1 757356 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-FurvDpvridine 145 C9H7NO 055484-03-2 90
2 4H-1.2.4-Triazole-4-amine. N-T(2... 217 C9H7N502 035548-91-5 58
3 2.6-Dimethvl-4-(2-furvDpvridine 173 C11H11NO 078563-66-3 55
4 (2.2-Dichlorovinvdimethvichlor... 188 C4H7CI3Si 091455-15-1 48
5 Phenol, 4-nitro-2-(1,2,4-triazol... 233 C9H7N503 202118-42-1 45

Abundance Scan 156 (2.688 min): VY003129.D (-153) (-) m/z 35.10 100.00%

5000 g6 101 117132 B 162 189

240 2.60 2.80 3.00

252
04 222 238 267 284298

0 m/z 41.40 55.62%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21510: 2-(2-Furyl)pyridine
145
63 gg 117
5000
240 2.60 2.80 3.00
m/z 48.80 51.13%
103
0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
51
8 240 2.60 2.80 3.00
5000 o7 m/z 51.30 50.80%
75 104 134 171 200
119
o 3 149 | 185
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40565: 2,6-Dimethyl-4-(2-furyl)pyridine
51 173 240 2.60 2.80 3.00
77 m/z 38.15 50.57%
5000 145
103 4135
0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Chloro-5-nitronicotinonit... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

2.76 24.94 ug/1 432070 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5-nitronicotinonitrile 183 C6H2CIN302 031309-08-7 64
2 Ethvl proparavl sulfone 132 C5H802S 013603-87-7 58
3 Terephthalonitrile N.N"-dioxide 160 C8H4N202 003729-34-8 55
4 Benzenecarboximidovl chloride. N... 185 C8H8CINO2 1000362-64-9 46
5 4-Methyl-6-phenyl-3-thioxo-3,4-d... 219 C10H9N30S 022936-87-4 44

Abundance Scan 168 (2.761 min): VY003129.D (-166) (-) m/z 158.30 100.00%
37 51 68 98 112 1,ql43 188 176101, o 230

56 273 289

5000

240 2.60 2.80 3.00
m/z 156.70 97 .41%

0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48058: 2-Chloro-5-nitronicotinonitrile
137
183
75
5000
51 101 2.40 2.60 2.80 3.00
‘ ‘ ‘ J m/z 97.90 92.31%
167
NI = o A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
76
53
03 2.40 2.60 2.80 3.00
5000 m/z 112.60 92.28%
132
117
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31368: Terephthalonitrile N,N'-dioxide
160 2.40 2.60 2.80 3.00
144 m/z 143.05 92.28%
5000 51

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00

82Y062920S.M Wed Jul 08 13:23:07 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown2.82 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.82 90.47 ug/1 1567330 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinazolin-4(3H)-one. 3-(3-trifl_.. 290 C15H9F3N20 024122-28-9 44
2 5-T2-Bromophenvl1-1H-tetraazole 224 CT7H5BrN4 073096-42-1 41
3 Benzene. 1-(difluoroisocvanatome... 214 C8H4F2N203 055669-96-0 38
4 1H-1.2.3-Triazol-1-amine., 4-(4-m... 278 C16H14N40 113261-44-2 30
5 Spiro[benzofuran-2(3H),2"-oxiran... 298 C17H1405 035405-27-7 30

Abundance Scan 178 (2.822 min): VY003129.D (-173) (-) m/z 37.30 100.00%
67
107 187 214 232 255 =
i 129 151 171 240 2.60 2.80 3.00 3.20
o} m/z 39.80 97 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #136028: Quinazolin-4(3H)-one, 3-(3-trifluoromethylphenyl)-
145
50 119 290
76
5000
95 240 260 2.80 3.00 3.20
m/z 36.30 96.75%
) 3 166 102 221 941 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
89
198
62 206 240 2.60 2.80 3.00 3.20
5000 m/z 38.05 87 .39%
117
43 182
o 141 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73096: Benzene, 1-(difluoroisocyanatomethyl)-4-nitro-
30 102 125 148 240 260 2.80 3.00 3.20
m/z 39.05 82 .52%
5000 214
168
Ja | 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown2.83 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.83 56.52 ug/1 979164 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Estra-1.3.5(10)-triene-11.17-dio... 284 C18H2003 017391-44-5 25
2 Quinoline. 5-bromo-8-nitro- 252 C9H5BrN202 176967-80-9 15
3 Phosphonic acid. ethvl-. bis(tri... 254 C8H2303PSi2 001641-57-2 11
4 4-l1sopropvl-9-chloro-acridine 255 C16H14CIN 055751-63-8 11
5 4-Oxy-5-phenyl-1,3-dihydro-benzo... 252 C15H12N202 003967-09-7 11

Abundance Scan 179 (2.828 min): VY003129.D (-178) (-) m/z 254.10 100.00%
140 196 261
44 12 4 " 239

o7 113

5000 69

ﬂi‘ 240 2.60 2.80 3.00 3.20
m/z 252.20 98 .66%

0!

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131218: Estra-1,3,5(10)-triene-11,17-dione, 3-hydroxy-, (...
146
240
284
5000
240 260 2.80 3.00 3.20
131 172 m/z 256.10 98.62%
69 91 115 199
P O -
0.”,””,W”W”LHwﬂrﬂhf”nWJhpqu.Lp.”w.ﬂ..”P.”“.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
127 194 252
299 2.40 2.60 2.80 3.00 3.20
5000 100 m/z 140.00 95.63%
%0 74 208
0 36 143 169 236
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106001: Phosphonic acid, ethyl-, bis(trimethylsilyl) ester
239 240 260 2.80 3.00 3.20
m/z 251.30 95.11%
5000
3 135 195211 254
b | amwr e | || |
N R R R R A A e o B o e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00 3.20

82Y062920S.M Wed Jul 08 13:23:13 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown2.86 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.86 42 .23 ug/1 731600 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.2.41Triazolol4.3-alauinoxalin... 198 C11H10N4 1000362-67-9 48
2 1H-Indazole-3-carboxvlic acid 162 C8H6N202 004498-67-3 47
3 Terephthalonitrile N.N"-dioxide 160 C8H4N202 003729-34-8 46
4 Quinazolin-4(3H)-one. 3-methvl-2... 263 C16H13N30 337351-99-2 44
5 Quinazolin-4(3H)-one, 2-[2-(hydr... 278 C17H14N202 050830-07-4 42
Abundance Scan 184 (2.859 min): VY003129.D (-183) (-) m/z 35.05 100.00%

3

53 73
5000

=

L

|
LI L L L L L L L

18 2.60 2.80 3.00 3.20
136149 173 194210 235 255270284299
m/z 38.80 60.76%

0 !

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59358: [1,2,4]Triazolo[4,3-a]quinoxaline, 1,4-dimethy!-
9 3 0 157 198
130
5000 LA L L L L L L L
2.60 2.80 3.00 3.20
1ba m/z 43.60 59.27%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
118 162
90 IIIIIIIIIIIIIIIIIIIIIII
2.60 2.80 3.00 3.20
5000 63 m/z 72.90 56.47%
a5 145
o 104
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31368: Terephthalonitrile N,N'-dioxide
160 2.60 2.80 3.00 3.20
144 m/z 67.70 55.55%
5000 51

3

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown2.94 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

2.94 40.24 ug/1 697245 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-2-Benzothiopvran-4(3H)-one. 2... 196 C9H803S 016723-58-3 38
2 1.5-Naphthvridine. 3.8-dichloro- 198 C8H4CI2N2 028252-81-5 35
3 Terephthalonitrile N.N"-dioxide 160 C8H4N202 003729-34-8 30
4 3H-Imidazo(4.5-Pauinoline. 2-am... 198 C11H10N4 076180-96-6 25
5 4-Chloropyridine-3-sulfonic acid 193 C5H4CINO3S 1000306-80-4 25

Abundance Scan 197 (2.938 min): VY003129.D (-196) (-) m/z 35.00 100.00%
3
5000
2.60 2.80 3.00 3.20
0 m/z 35.80 29.88%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58659: 1H-2-Benzothiopyran-4(3H)-one, 2,2-dioxide
132
104
196
5000 %0
2.60 2.80 3.00 3.20
‘ 118 m/z 37.00 20.57%
OH.PH.JH&.HW.”..N..”..”..”J.”..”..”..”.“”...
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
198
163 2.60 2.80 3.00 3.20
5000 m/z 116.90 15.97%
50 100
64 136
85
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31368: Terephthalonitrile N,N'-dioxide
160 2.60 2.80 3.00 3.20
144 m/z 61.00 12.94%
5000 51
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown2.99 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

2.99 19.28 ug/Il 334051 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.2.2-Cvclopropane-tetracarbon... 142 C7H2N4 002424-32-0 38
2 Benzene. l-ethvnvl-4-methoxv- 132 C9H80 000768-60-5 30
3 1.3-Benzenediamine. N.N"-bis(sul... 200 C6H4N202S2 017420-01-8 15
4 3-Amino-4-acetvl-5-methvlene-pvr... 152 C7H8N202 092220-23-0 15
5 Bicyclo[4.1.0]heptan-2-one, 1-me... 124 C8H120 014845-40-0 15

Abundance Scan 206 (2.993 min): VY003129.D (-204) (-) m/z 299.00 100.00%
253

35

202 218 23

141 167 183

57

5000 76

111 127
6

2.60 2.80 3.00 3.20 3.40
m/z 296.40 97 .45%

0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19568: 1,1,2,2-Cyclopropane-tetracarbonitrile
T
115
260 2.80 3.00 3.20 3.40
. 142 m/z 293.30 97.14%
3
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
89 132 L
63 IIIIIIIIIIIIIIIIIIIIIII
2.60 2.80 3.00 3.20 3.40
5000 117 m/z 290.75 94 .42%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61480: 1,3-Benzenediamine, N,N'*-bis(sulfinyl)- BmanEEs
438 2.60 2.80 3.00 3.20 3.40
m/z 252.80 92.62%
77 124
5000
152
138 200
LI AT L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.60 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Terephthalonitrile N,N"-dio... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.15 60.66 ug/1 1051010 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalonitrile N.N"-dioxide 160 C8H4N202 003729-34-8 91
2 3.5-Dibromosalicvlaldoxime 293 CT7H5Br2N02 021386-43-6 47
3 6-Chlorobenzlcdlindol-2(1H)-vlid... 251 C14H6CIN3 331464-93-8 45
4 5-Bromo-7-methvlisatin 239 C9H6BIrNO2 077395-10-9 42
5 2,6-Dinitro-1-methoxy-benzene 198 C7H6N205 003535-67-9 41

Abundance Scan 232 (3.151 min): VY003129.D (-228) (-) m/z 51.60 100.00%
(0] Il
91 247 271286
230
2.80 3.00 3.20 3.40
o} m/z 36.40 96.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31368: Terephthalonitrile N,N'-dioxide
160
144
2000 ot 90 2.80 3.00 3.20 3.40
e m/z 52.60  95.39%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
62
88 143 2.80 3.00 3.20 3.40
5000] g 170 2r m/z 39.60 94.30%
196
& 249 295
117 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #103096: 6-Chlorobenz[cd]indol-2(1H)-ylidenemalononitrile
62 2.80 3.00 3.20 3.40
m/z 45.80 93.63%
5000 86
39 251
b bR e 02 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY070720\
Data File : VY003129.D

Aca On : 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 4,5,6-Trichloro-2-benzoxazo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.20 47 .37 ug/1 820660 Pentafluorobenzene 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5.6-Trichloro-2-benzoxazolinone 237 C7H2CI3NO2 050995-94-3 84
2 2.4(1H.3H)-Pvrimidinedione. 6-ch... 191 C4H2CIN304 006630-30-4 47
3 N-(2.2.2-Trichloroethvlidene)-4-._... 251 C9H8CI3NO 083320-59-6 45
4 4-Chloropvridine-3-sulfonic acid 193 C5H4CINO3S 1000306-80-4 44
5 1,3-Benzenediamine, N,N"-bis(sul... 200 C6H4N202S2 017420-01-8 41
Abundance Scan 240 (3.200 min): VY003129.D (-238) (-) m/z 41.70 100.00%

472 60

75 g9

236257 281 299

202 219 6

113
186
133
150 167

5000

W
R

2.80 3.00 3.20 3.40 3.60
m/z 45.80 97.21%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91649: 4,5,6-Trichloro-2-benzoxazolinone
237
5000
ap 22 75 146 181 280 3.00 3.20 3.40 3.60
110 151 m/z 35.05 95.00%
0 9 63 7212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
30
70 r
2.80 3.00 3.20 3.40 3.60
5000 52 m/z 59.80 94 .10%
113 191
90
133
o 148163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #103321: N-(2,2,2-Trichloroethylidene)-4-methoxyaniline
134 2.80 3.00 3.20 3.40 3.60
m/z 52.20 91 .49%
5000
63 77 0
47
. 106 149165181 218 251
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.80 3.00 3.20 3.40 3.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY070720\
Data File : VY003129.D

Acq On = 07 Jul 2020 16:14

Operator : SY/MD

Sample : L3217-04

Misc : 5.09G/5ML/MSVOA_Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

2-(2-FuryDpyridine 2.69 43.7 ug/l 757356 8.28 866260 50.0

1
2-Chloro-5-nitron. .. 2.76 24_.9 ug/1 432070 1 8.28 866260 50.0
unknown2 .82 2.82 90.5 ug/l1 1567330 1 8.28 866260 50.0
unknown2 .83 2.83 56.5 ug/Il 979164 1 8.28 866260 50.0
unknown2 .86 2.86 42.2 ug/l 731600 1 8.28 866260 50.0
unknown2 .94 2.94 40.2 ug/l 697245 1 8.28 866260 50.0
unknown2 .99 2.99 19.3 ug/I 334051 1 8.28 866260 50.0
Terephthalonitril. .. 3.15 60.7 ug/1 1051010 1 8.28 866260 50.0

1

4,5,6-Trichloro-2. .. 3.20 47 .4 ug/l 820660 8.28 866260 50.0
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