LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080421\
Data File : VD069990.D

Acqg On : 04 Aug 2021 17:09

Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 20210580-COM-3

ALS Vvial : 15 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 D\Method\82D072221S.M

Title : SW846 8260

Signal : TIC: VD@69990.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.150 368 379 387 rBv2 34028 100297 2.87% 0.489%
2 4.238 387 394 408 rVB2 62462 175967 5.03% 0.858%
3 4.409 414 423 434 rBV 19572 60895 1.74% 0.297%
4 4.962 504 517 533 rBV3 63418 215966 6.18% 1.053%
5 5.985 684 691 703 rVB5 29134 88244  2.52% 0.430%

6 7.914 1008 1019 1024 rBV2 468197 1127336 32.24% 5

7 7.979 1024 1030 1042 rVB 775505 1722507 49.26% 8

8 8.332 1080 1090 1102 rBV 441523 1003045 28.68% 4.892%

9 8.861 1170 1180 1193 rBV 1250274 2501165 71.53% 12.
9.908 1349 1358 1365 rBV5 20260 49387 1.41% o

11 10.338 1423 1431 1453 rVB 1990350 3496872 100.00% 17.054%

12 11.638 1643 1652 1663 rBV 1557551 2704842 77.35% 13.191%
13 12.150 1730 1739 1749 rBV 27869 104948 3.00% 0.512%
14 12.261 1754 1758 1762 rVB3 27849 40896 1.17% ©.199%
15 12.373 1762 1777 1784 rBV8 47515 176172 5.04% ©.859%
16 12.467 1787 1793 1797 rBV7 19626 37468 1.07% 0.183%
17 12.626 1810 1820 1826 rBV 1099983 1909034 54.59% 9.310%
18 12.708 1826 1834 1839 rBV1ie 31261 82012 2.35% 0.400%
19 12.791 1839 1848 1855 rVB6 56135 179316 5.13% 0.874%
20 12.873 1855 1862 1866 rBV7 41982 100560 2.88%  ©.490%
21 12.955 1868 1876 1877 rBV5 62465 123285 3.53% 0.601%
22 13.202 1910 1918 1924 rVB3 79164 164045 4.69%  0.800%
23 13.308 1932 1936 1940 rBV3 39804 57745 1.65% 0.282%
24 13.420 1946 1955 1960 rBV 142901 312977 8.95% 1.526%
25 13.496 1965 1968 1972 rVV6 31896 52653 1.51% ©.257%
26 13.567 1972 1980 1985 rVV 1165548 1975312 56.49% 9.633%
27 13.614 1985 1988 1997 rVB 138340 285479  8.16% 1.392%
28 13.702 1998 2003 2007 rBVe 28152 49924  1.43% 0.243%
29 13.767 2009 2014 2021 rBv4 83189 164986 4.72%  0.805%
30 13.885 2029 2034 2039 rBv4 77760 126033 3.60% ©.615%
31 14.091 2063 2069 2073 rBV 97302 183948 5.26% ©.897%

32 14.144 2073 2078 2085 rVB2 109346 202259 5.78% 0.986%

33 14.208 2085 2089 2095 rBV8 26798 45971 1.31% 0.224%
34 14.273 2095 2100 2107 rVBle 34783 65956 1.89% 0.322%
35 14.396 2116 2121 2125 rBV7 49230 88121 2.52% ©0.430%

36 14.532 2136 2144 2153 rBV7 121826 305215 8.73%  1.488%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080421\
Data File : VD069990.D

Acqg On : 04 Aug 2021 17:09
Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 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 D\Method\82D072221S.M
Title : SW846 8260

37 15.385 2285 2289 2299 rVB2 57576 114393 3.27% ©.558%
38 15.761 2349 2353 2361 rVB1e 32536 64410 1.84% 0.314%

39 16.479 2469 2475 2482 rVB2 58765 126408 3.61% 0.616%
40 16.679 2503 2509 2522 rVB9 36158 119210 3.41% 0.581%

Sum of corrected areas: 20505259
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080421\
Data File : VD069990.D

Acqg On : 04 Aug 2021 17:09
Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

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

Abundance TIC: VD069990.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDe80421\
Data File : VD@69990.D

Acqg On : 04 Aug 2021 17:09

Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Dimethyl sulfide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.238 5.11 ug/1 175967 Pentafluorobenzene 7.979
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 91
2 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 90
3 Ethanethiol 62 C2H6S 000075-08-1 72
4 Ethene, chloro- 62 C2H3Cl 000075-01-4 7
5 1,2-Ethanediol 62 C2H602 000107-21-1 5
Abundance Scan 394 (4.238 min): VD069990.D\data.ms (-387) (-) m/z 62.00 100.00%
470 620
5000
A RARSMEAREE
399 4.00 4.20 4.40 4.60
O hrrprrr e b b e m/z 46,95 85.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #390: Dimethyl sulfide
47.0 62.0
5000 L L L I LR B
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27.0 m/z 44.95 58.70%
15.0 ‘
OH‘HH‘H\i}\\H‘HH‘HM‘HH‘HH‘\HM\H‘HH‘\HH\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1062: Borane-methyl sulfide complex
62.0
47.0
A
4.00 4.20 4.40 4.60
5000 m/z 45.90 42.04%
35.0
27.0
0 15.0 “ ‘ AN ] 74.0
P e e e e
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Abundance #387: Ethanethiol et
29.0 62.0 4.00 4.20 4.40 4.60
47.0 m/z 61.00  41.34%
5000 /\
) SR 11 T 10 A2 N 2 T T — SRS 5 NS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080421\
Data File : VD069990.D

Acqg On : 04 Aug 2021 17:09
Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Nonane, 3-methyl-5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.420 7.92 ug/l 312977 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
2 Octadecane 254 C18H38 000593-45-3 53
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 53
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 50
Abundance Scan 1955 (13.420 min): VD069990.D\data.ms (-1946) (-  m/z 57.05 100.00%
57.0
5000
—
‘ H 127.2 ( 13.50
Olrrrrrrdbenl w“uhmWm_m,‘WHZ‘R?%‘m,w,‘%‘?‘o“ m/z 71.85 57.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 1
13.50
m/z 85.10 39.15%
27.0 ‘ 112.0141.0
O\\\‘\‘H\“‘\H!"H“}\‘W\H‘H‘l\‘\‘H\i‘\\\\’\\\\‘\\\\‘\\\\‘\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141057: Octadecane
57.0
—1
13.50
5000 m/z 43.05 34.85%
99.0
0 27\\.0\ h\ T 1410 1830 225. 02540
e e e S ST
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168307: 2-Bromotetradecane —
57.0 13.50
m/z 41.00 31.73%
5000
99.0
27‘ ‘ “ | ‘ H.410 197.0
om"HWu,mwHuW‘HW‘,"wHuWW,W,HW e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080421\
Data File : VD069990.D

Acqg On : 04 Aug 2021 17:09
Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 4-tert-Butyltoluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.144 5.12 ug/1 202259 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyltoluene 148 C11H16 000098-51-1 93
2 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 90
3 2-tert-Butyltoluene 148 C11H16 001074-92-6 90
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 72

Abundance Scan 2078 (14.144 min): VD069990.D\data.ms (-2073) (-  m/z 133.05 100.00%

133.1
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910 Lty el
41.0 H ‘ 207.1 280.¢ 14.00 14.50
O bbb b 208 m/z 105.05 42.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26352: 4-tert-Butyltoluene
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5000 CRS LA
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40 g1, ‘ m/z 148.05  24.99%
O\\\‘\‘\‘\\"\\‘\‘\’W‘\H‘H‘H‘H\“\‘\\w‘\\\‘\’\\‘\\‘\\H‘H\\‘HH‘\H\’\\H‘\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #26409: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
138.0
et N A oo
14.00 14.50
5000 ITI/Z 91.00 15.17%
410 930
0\\\‘Hm\‘,‘\\‘\\,u‘\u“HH\‘m\‘1“\u\,\h\‘\\u‘u\Wm‘\m,\m‘\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26350: 2-tert-Butyltoluene —— —
1338.0 14.00 14.50
m/z 93.05 13.33%
5000
410 910
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_D\Data\VD@80421\
Data File : VD069990.D

Acqg On i 04 Aug 2021 17:09
Operator : VA/SY

Sample : M3279-08

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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|
Dimethyl sulfide 4.238 5.1 wug/l 175967 1 7.979 1722510 50.0
Nonane, 3-methy... 13.420 7.9 ug/l 312977 4 13.567 1975310 50.0
4-tert-Butyltol... 14.144 5.1 ug/l 202259 4 13.567 1975310 50.0
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