LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010543.D

Acqg On : 16 Sep 2022 18:24
Operator : KP/MD

Sample : N4630-04

Misc : 3.81g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y090922S.M

Title : SW846 8260

Signal : TIC: VY@10543.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.857 3 6 13 rVvB2 12214 18976 1.56% 0.261%
2 2.217 60 65 68 rBv 11883 19930 1.64% 0.275%
3  3.052 200 202 213 rVBS8 4794 13389 1.10% ©0.184%
4 4,710 463 474 490 rBV 21460 72241 5.94%  ©.995%
5 5.746 631 644 654 rVB4 5468 18320 1.51% 0.252%

6 7.716 954 967 972 rBV 171193 405895 33.38% 5

7 7.783 972 978 991 rVB 301808 686371 56.45% 9

8 8.136 1026 1036 1047 rBV 168897 382695 31.48% 5.273%

9 8.685 1118 1126 1138 rBV 467376 904736 74.41% 12.
9.185 1193 1208 1213 rBV5 5744 17137 1.41% o

11 10.179 1363 1371 1378 rBV 705453 1215851 100.00% 16.754%

12 11.087 1516 1520 1526 rVB3 7377 12183 1.00% 0.168%
13 11.489 1579 1586 1596 rBV 588333 949144 78.06% 13.079%
14 11.697 1615 1620 1625 rBV 25714 49762 4.09% 0.686%
15 12.032 1665 1675 1678 rBv4 25899 74918 6.16% 1.032%
16 12.117 1686 1689 1694 rBv4 21939 34584  2.84% 0.477%
17 12.239 1706 1709 1715 rVB4 16142 29324  2.41% 0.404%
18 12.483 1742 1749 1758 rBV2 470055 832556 68.48% 11.472%
19 12.642 1772 1775 1783 rVB4 20014 39478 3.25% 0.544%
20 12.733 1786 1790 1794 rBV3 14232 26881 2.21% ©@.370%
21 12.806 1799 1802 1807 rVB2 37585 61035 5.02% ©0.841%
22 13.038 1837 1840 1848 rVB4 20467 32456 2.67% 0.447%
23 13.117 1849 1853 1858 rBV 35692 57576  4.74%  0.793%
24 13.166 1858 1861 1863 rBv4 11437 15364 1.26% ©0.212%
25 13.318 1883 1886 1889 rVB3 19928 24476 2.01% ©.337%
26 13.422 1897 1963 1918 rVB 401986 731886 60.20% 10.085%
27 13.751 1952 1957 1961 rBV6 36715 71114 5.85% 0.980%
28 13.964 1987 1992 1998 rVB2 86771 140364 11.54% 1.934%
29 14.074 2007 2010 2014 rVB4 17226 25409 2.09% 0.350%
30 14.263 2034 2041 2050 rVB8 36686 97367 8.01% 1.342%
31 14.385 2057 2061 2064 rBv4 11956 23362 1.92% ©.322%
32 14.422 2064 2067 2071 rVB5 15204 23664 1.95% 0.326%
33 14.568 2088 2091 2095 rVB4 11722 17826 1.47% 0.246%
34 14.684 2105 2110 2114 rBV3 26537 44961 3.70% ©.620%
35 15.214 2193 2197 2205 rVB4 13084 32622 2.68% ©0.450%
36 15.696 2270 2276 2278 rBV6 6323 13768 1.13% 0.190%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010543.D

Acqg On : 16 Sep 2022 18:24
Operator : KP/MD

Sample : N4630-04

Misc : 3.81g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y090922S.M

Title : SW846 8260

37 16.287 2369 2373 2378 rBV4 8086 14445 1.19% 0.199%

38 16.476 2402 2404 2417 rVB4 9560 24972  2.05% 0.344%
Sum of corrected areas: 7257038
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@010543.D

Acqg On : 16 Sep 2022 18:24
Operator : KP/MD

Sample : N4630-04

Misc : 3.81g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M
Quant Title : SW846 8260

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

Abundance TIC: VY010543.D\data.ms
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Abundance TIC: VY010543.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@010543.D

Acqg On : 16 Sep 2022 18:24
Operator : KP/MD

Sample : N4630-04

Misc : 3.81g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 3 unknownl4.263 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.263 6.65 ug/1 97367 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylbicyclo[3.3.0]octane-3,7... 152 C9H1202 021170-08-1 49
2 3-(4-Fluorophenyl)-4-methyl-1H-p... 205 C11H12FN3 1000509-34-5 45
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 38
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 30
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 30

Abundance Scan 2041 (14.263 min): VY010543.D\data.ms (-2034) (- m/z 83.05 100.00%

83.0 205.2
5000 41.1
152.2

T 7
5.0 14.00 14.50

0 : M m/z 205.20  93.13%
miz-> 20 40 60 80 100120140160180200220240260280
Abundance #30237: 1-Methylbicyclo[3.3.0]octane-3,7-dione
58.0
5000 ol SEQEpEES
14.00 14.50

152.0 m/z 82.00 71.42%
950 ‘
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Abundance #81270: 3-(4-Fluorophenyl)-4-methyl-1H-pyrazol-5-amine
205.0
14.00 14.50
5000 83.0 m/z 55.85 67.81%
133.0
‘ ‘ 750
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Abundance #29500: Decalin, anti-1-methyl-, cis- —— ——
41.0 81.0 14.00 14.50
m/z 81.05 51.48%
5000 152.0
LIS
owmhw J‘H“}‘HJu‘H“w‘Hw‘H“,"H‘HH_ww,w,ww — ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010543.D

Acqg On : 16 Sep 2022 18:24
Operator : KP/MD

Sample : N4630-04

Misc : 3.81g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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|

unknown14.263 14.263 6.7 ug/l 97367 4 13.422 731886 50.0
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