LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010069.D

Acqg On : 17 Aug 2022 15:28
Operator : KP/MD

Sample : N4211-04

Misc : 4.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y081522S.M

Title : SW846 8260

Signal : TIC: VYQ10069.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.235 64 68 74 rVB4 2894 5275 1.53% 0.236%
2 2.515 108 114 120 rBV7 1391 3885 1.13% 0.173%
3 2.893 170 176 182 rBV5S 1708 3708 1.08% 0.166%
4 3,235 226 232 240 rVB4 1355 3518 1.02% 0.157%
5 4.710 463 474 487 rVB2 10526 32138 9.33% 1.435%

6 5.740 634 643 651 rBv4 2822 8197 2.38%
7 6.972 833 845 863 rBVv2 19560 59851 17.37%
8 7.710 953 966 972 rBV2 55941 135537 39.34%
9 7.783 972 978 987 rVB2 88115 197106 57.22%

8.130 1022 1035 1050 rBv2 61707 180028 52.26%

oo NO
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11 8.685 1117 1126 1135 rBV 136451 257697 74.80% 11.507%
12 10.173 1363 1370 1379 rBV 196826 344499 100.00% 15.384%

13 10.575 1429 1436 1444 rBV 8819 15039 4.37% 0.672%
14 10.947 1490 1497 1507 rBV 22906 39673 11.52% 1.772%
15 11.319 1553 1558 1563 rBV3 4554 7668  2.23% 0.342%

16 11.489 1577 1586 1595 rBV 206994 334432 97.08% 14.934%
17 12.483 1742 1749 1758 rBV 163094 258674 75.09% 11.551%

18 12.819 1798 1804 1811 rBV 4327 6927 2.01% 0.309%

19 13.422 1896 1903 1910 rBV 222370 338287 98.20% 15.106%

20 15.318 2208 2214 2219 rVB2 4764 7248 2.10% 0.324%
Sum of corrected areas: 2239387
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010069.D

Acqg On : 17 Aug 2022 15:28
Operator : KP/MD

Sample : N4211-04

Misc : 4.57g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.M
Quant Title : SW846 8260

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

Abundance TIC: VY010069.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010069.D

Acqg On : 17 Aug 2022 15:28
Operator : KP/MD

Sample : N4211-04

Misc : 4.57g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl@.947 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.947 5.93 ug/1 39673  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 35
2 Thioglycolic acid, tert-butyldim... 206 C8H1802SSi 1000476-01-2 32
3 4-Methylthieno[2,3-b]pyridine 149 C8H7NS 013362-81-7 25
4 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 25
5 Disiloxane, pentamethyl- 148 C5H160Si2 001438-82-0 25
Abundance Scan 1497 (10.947 min): VY010069.D\data.ms (-1490) (| m/z 149.85 100.00%
149.1
5000
75.1 LAl
45.0 115.1 ‘ ‘ 11.00
L m/z 133.85 84.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27275: 1H-Indole-3-thiol
149.0
5000 T
117.0 11.00
770 m/z 75.10 15.31%
45.0 ‘
O\\\‘\\\\“\‘\“\\‘M\\‘\H“\\h\h\‘\“\\1“}‘\\\\‘\“\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #83177: Thioglycolic acid, tert-butyldimethylsilyl ester
149.0
, AN
11.00
5000 75.0 m/z 150.20 14.33%
o150 49 1040 | 1910
L o B e
m/z--> 20 40 60 80 100 120 140 160 180
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010069.D

Acqg On ¢ 17 Aug 2022 15:28
Operator : KP/MD

Sample : N4211-04

Misc : 4.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 5.9 ug/l 39673 3 11.490 334432 50.0
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