LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051722\
Data File : VY008802.D

Acqg On : 18 May 2022 03:40

Operator : KP/MD

Sample : N2869-01

Misc : 5.34g/5.0mL/MSVOA_Y/SOIL P027-SS001-1824-01

ALS Vvial : 35 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\82Y051722S.M

Title : SW846 8260

Signal : TIC: VY008802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.522 109 115 125 rBVS 5650 15957 2.44%  0.405%
2 4.704 464 473 476 rBv3 8238 18275 2.79% 0.463%
3 5.747 635 644 656 rVB6 3317 11133 1.70% 0.282%
4 6.990 834 848 861 rBv2 9855 42210 6.45% 1.070%
5 7.716 957 967 973 rBV 95526 229961 35.13% 5.830%

6 7.789 973 979 989 rVB 147608 334158 51.04%  8.472%
7 8.136 1019 1036 1047 rBV3 100387 258728 39.52% 6.560%
8 8.691 1118 1127 1137 rBV 235252 464253 70.91% 11.770%
9 9.746 1293 1300 1306 rVB4 3260 6560 1.00% 0.166%
10 10.179 1364 1371 1380 rBV 398523 654663 100.00% 16.598%

11 10.581 1427 1437 1443 rBV2 25431 47661  7.28% 1.208%
12 10.947 1491 1497 1509 rBV 47275 98528 15.05%  2.498%
13 11.319 1553 1558 1565 rVB2 9026 14840 2.27% 0.376%

14 11.490 1578 1586 1595 rBV 370686 587696 89.77% 14.900%
15 12.483 1738 1749 1757 rBV3 286880 509266 77.79% 12.911%

16 12.556 1757 1761 1766 rVV5 3354 6592 1.01% 0.167%
17 12.630 1768 1773 1783 rVB 9055 19629 3.00% 0.498%
18 12.831 1796 1806 1812 rBV5 10929 25811 3.94% 0.654%
19 13.068 1841 1845 1851 rVB 11739 17370 2.65% 0.440%
20 13.282 1871 1880 1887 rBV3 15293 27529 4.21% 0.698%
21 13.428 1896 1904 1909 rBV 323629 515003 78.67% 13.057%
22 13.477 1909 1912 1925 rVB2 10234 21786 3.33% 0.552%
23 13.648 1932 1940 1946 rBVe 3293 6603 1.01% 0.167%
24 13.965 1986 1992 1999 rBV 5882 10104 1.54% 0.256%
Sum of corrected areas: 3944316
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051722\

: VY008802.D

: 18 May 2022 03:40
: KP/MD
. N2869-01

: 5.34g/5.0mL/MSVOA_Y/SOIL

: 35 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051722S.M

. SW846 8260

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

TIC: VY008802.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051722\
Data File : VY008802.D

Acqg On : 18 May 2022 03:40

Operator : KP/MD

Sample : N2869-01

Misc : 5.34g/5.0mL/MSVOA_Y/SOIL P027-SS001-1824-01

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051722S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl1®.947 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.947 8.38 ug/1 98528  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
4-Ethylbenzoic acid, 2,2-dimethy... 220 C14H2002 1000293-49-5 32
3-Methylthiazolidine-2-thione 133 C4H7NS2 001908-87-8 27
3 1,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 27
4 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 25
5 4-Methylthieno[2,3-b]pyridine 149 C8H7NS 013362-81-7 25

Abundance Scan 1497 (10.947 min): VY008802.D\data.ms (-1491) (- m/z 149.05 100.00%

149.1
5000
75.0 L
45.0 | ‘ 115.1 | 11.00
bt b A m/z 133.85 80.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98994: 4-Ethylbenzoic acid, 2,2-dimethylpropyl ester
133.0
5000 T
11.00
41.0 70.0 105.0 m/z 75.00 20.96%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16745: 3-Methylthiazolidine-2-thione
133.0
SV RSN
11.00
5000 ITI/Z 67.10 15.54%
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ML T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16698: 1,2,4-Triazole, 3,5-dithioxo- L
138.0 11.00
m/z 150.00 14.45%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051722\
Data File : VY008802.D

Acqg On : 18 May 2022 03:40

Operator : KP/MD

Sample : N2869-01

Misc : 5.34g/5.0mL/MSVOA_Y/SOIL P027-SS001-1824-01

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051722S.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|

unknown10.947 10.947 8.4 wug/l 98528 3 11.490 587696 50.0
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