LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041124\
Data File : VY017904.D

Acqg On : 11 Apr 2024 12:26
Operator : SY/MD

Sample : P2067-01

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M

Title : SW846 8260

Signal : TIC: VY@17904.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.845 3 4 10 rVB 351 402 1.58% 0.300%
2 2.113 42 48 50 rBv2 2781 4497 17.62% 3.351%
3 2.150 51 54 55 rwv3 1952 2324 9.11% 1.732%
4 2.186 58 60 63 rV4 909 1295 5.08% 0.965%
5 2.265 71 73 74 rBV2 972 867 3.40% 0.646%
6 2.668 134 139 143 rVB2 826 1384 5.42% 1.031%
7 3.101 206 210 212 rBV 195 274 1.07% 0.204%
8 3.296 239 242 246 rVB2 229 352 1.38% 0.262%
9 3.930 342 346 348 rBV3 191 262 1.03% 0.195%
106 4.088 367 372 375 rBv2 549 957 3.75% 0.713%
11 4.692 468 471 473 rBv2 299 386 1.51% ©0.288%
12 4,887 501 503 507 rVB 251 284 1.11% 0.212%
13 5.368 568 572 577 rBV 181 309  1.21% 0.230%
14 6.789 814 815 819 rVB 272 265 1.04% 0.197%
15 6.966 838 844 845 rBV2 198 342 1.34% 0.255%
16 7.716 960 967 972 rw2 2975 7294 28.59% 5.436%
17 7.789 972 979 988 rVv2 8127 18243 71.50% 13.595%
18 8.142 1030 1037 1044 rBV3 3153 7182 28.15% 5.352%
19 8.691 1121 1127 1137 rVB 10346 21770 85.32% 16.223%
20 9.106 1192 1195 1197 rVB 191 264 1.03% 0.197%
21  9.130 1197 1199 1201 rBV 224 294 1.15% ©0.219%
22 10.185 1365 1372 1380 rVB 14784 25515 100.00% 19.014%
23 10.587 1435 1438 1440 rVB3 367 382 1.50% 0.285%
24 10.740 1461 1463 1468 rVB2 215 338 1.32% 0.252%
25 11.496 1580 1587 1593 rBV 11062 18392 72.08% 13.706%
26 12.325 1717 1723 1728 rVB2 147 355 1.39% 0.265%
27 12.489 1745 1750 1756 rBV2 4627 7197 28.21% 5.363%
28 12.636 1773 1774 1780 rBV2 194 292 1.14% 0.218%
29 13.166 1859 1861 1864 rVB2 319 264 1.03% 0.197%
30 13.434 1900 1905 1912 rBV3 3656 6073 23.80% 4.526%
31 13.562 1923 1926 1927 rBV 310 258 1.01% ©0.192%
32 14.647 2100 2104 2106 rVV3 294 478 1.87% 0.356%
33 14.672 2106 2108 2111 rVV2 233 257 1.01% 0.192%
34 14.794 2124 2128 2129 rVB 331 350 1.37% 0.261%
35 15.001 2159 2162 2165 rvB3 251 357 1.40% 0.266%
36 15.074 2172 2174 2177 rVB2 302 266 1.04% 0.198%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041124\
Data File : VY017904.D

Acqg On : 11 Apr 2024 12:26
Operator : SY/MD

Sample : P2067-01

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M
Title : SW846 8260
37 15.105 2177 2179 2182 rBV 336 336 1.32% 0.250%
38 15.300 2206 2211 2212 rVvv3 305 384 1.50% 0.286%
39 15.373 2221 2223 2230 rVB2 292 423 1.66% 0.315%
40 15.428 2230 2232 2234 rBV 330 329 1.29% 0.245%
41 15.690 2272 2275 2277 rBV2 210 273 1.07% ©0.203%
42 15.842 2297 2300 2301 rBvV2 427 429 1.68% ©0.320%
43 16.092 2339 2341 2343 rVWV2 274 294 1.15% 0.219%
44 16.135 2346 2348 2351 rvv2 473 409 1.60% ©0.305%
45 16.275 2368 2371 2373 rBvV2 262 302 1.18% 0.225%
46 16.495 2404 2407 2409 rBV2 311 358 1.40% 0.267%
47 16.678 2435 2437 2441 rBV3 292 374 1.47% 0.279%
48 16.745 2446 2448 2450 rVB 285 257 1.01% ©.192%
Sum of corrected areas: 134189
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041124\

: VY017904.D

: 11 Apr 2024 12:26

: SY/MD

. P2067-01

: 5.04g/5.0mL/MSVOA_Y/SOIL/A
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041124\
Data File : VY017904.D

Acqg On : 11 Apr 2024 12:26
Operator : SY/MD

Sample : P2067-01

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown2.150 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.150 6.37 ug/1 2324  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 17
2 Butanenitrile, 4-imino-4-methoxy- 112 C5H8N20 099418-75-4 9
3 Pyridinium, 1-amino-, hydroxide,... 94 C5H6N2 025275-41-6 9

4 Methylthio-2-propanone 104 C4H80S 014109-72-9 9
5 Benzene, 1l-azido-3-methyl- 133 C7H7N3 004113-72-8 9

Abundance  Scan 54 (2.150 min): VY017904.D\data.ms (-51) (-) m/z 80.90 100.00%

80.9
36.9
115.1 207.1
5000 m
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Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0
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Abundance #7101: Butanenitrile, 4-imino-4-methoxy-

42.0 81.0
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112.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #2906: Pyridinium, 1-amino-, hydroxide, inner salt R mma

94.0 2.00 2.20 2.40
520 m/z 75.85 57.94%
5000
o‘, SN BN BN
miz—> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041124\
Data File : VY017904.D

Acqg On : 11 Apr 2024 12:26
Operator : SY/MD

Sample : P2067-01

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

unknown2.150 2.150 6.4 ug/l 2324 1 7.789 18243 50.0
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