LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY007776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y022822S.M

Title : SW846 8260

Signal : TIC: VY@07776.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.113 44 48 52 rBV3 10185 20188 1.64% 0.175%
2 2.229 60 67 69 rBv4 12659 24184 1.97% 0.210%
3 2.546 112 119 125 rBV8 5113 16518 1.34% 0.144%
4 4.722 464 476 487 rBV2 18149 59607 4.85% 0.518%
5 4.966 505 516 525 rBV5 6484 22717 1.85% 0.197%

6 5.753 637 645 649 rBV7 4625 13679

7 7.716 956 967 973 rBv2 211342 541761 44.10%
8 7.789 973 979 993 rVB 320355 727581 59.23%
9 8
8

=
=
=
R

.143 1027 1037 1048 rBV 180278 400008 32.56%
.691 1118 1127 1138 rBV 457920 903873 73.58%

Nwo o
w
N
v
R

11 10.075 1348 1354 1358 rBV2 7854 14546 1.18%
12 10.179 1363 1371 1377 rBV 737797 1228374 100.00% 10.678%

()
=
N
o))
R

13 10.246 1377 1382 1389 rVB 97957 172694 14.06%  1.501%
14 10.715 1451 1459 1466 rBV 46216 83632 6.81% 0.727%
15 11.490 1577 1586 1595 rBV 618381 1006038 81.90%  8.746%
16 11.593 1597 1603 1609 rVV 24256 40167 3.27% 0.349%
17 11.7e3 1613 1621 1631 rVB3 64609 131270 10.69% 1.141%
18 12.026 1664 1674 1683 rBV 53997 103132 8.40% ©.897%
19 12.245 1706 1710 1718 rVB7 7673 15548 1.27% 0.135%
20 12.331 1718 1724 1729 rBV6 11792 24332 1.98% 0.212%
21 12.392 1729 1734 1739 rBV6 12236 26512 2.16% ©.230%
22 12.483 1743 1749 1754 rVV 449840 702164 57.16% 6.104%
23 12.666 1768 1779 1782 rBV 15127 33560 2.73% 0.292%
24 12.733 1786 1790 1792 rW 55167 85390 6.95% 0.742%
25 12.764 1793 1795 1798 rVV2 52751 70523 5.74% ©.613%
26 12.806 1798 1802 1807 rVV2 118010 192947 15.71% 1.677%
27 12.855 1809 1810 1817 rVB6 10340 13690 1.11% ©0.119%
28 12.971 1822 1829 1833 rBV2 24261 52375 4.26% ©.455%
29 13.038 1837 1840 1843 rVV3 21005 27098 2.21% 0.236%
30 13.117 1847 1853 1858 rBV 110171 157464 12.82%  1.369%
31 13.166 1858 1861 1867 rVB4 8499 15873 1.29% ©.138%
32 13.306 1878 1884 1889 rBV6 67318 132006 10.75% 1.148%
33 13.367 1889 1894 1896 rvwv4 26713 41125 3.35% ©.358%
34 13.422 1896 1963 1913 rVV 516111 886550 72.17% 7.707%
35 13.495 1913 1915 1923 rVBS8 23837 42307 3.44%  ©.368%
36 13.623 1932 1936 1939 rBvV2 33088 45718 3.72% 0.397%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY007776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y022822S.M
Title : SW846 8260
37 13.666 1939 1943 1950 rVB4 42226 73930  6.02% 0.643%
38 13.751 1951 1957 1961 rBV 209888 286117 23.29%  2.487%
39 13.885 1975 1979 1980 rBV 21288 24795 2.02% 0.216%
40 13.916 1981 1984 1988 rVB4 35420 47699 3.88% 0.415%
41 13.971 1988 1993 1998 rVB2 59461 91923 7.48% 0.799%
42 14.013 1998 2000 2005 rVB5 15584 23905 1.95% 0.208%
43 14.074 2005 2010 2015 rBV4 39119 63292 5.15% 0.550%
44 14.141 2016 2021 2027 rVB9 19551 43287 3.52% 0.376%
45 14.221 2027 2034 2035 rBV6 24102 52027 4.24% 0.452%
46 14.270 2035 2042 2050 rBV5 35740 145081 11.81% 1.261%
47 14.398 2056 2063 2071 rBV 360790 657716 53.54% 5.718%
48 14.574 2087 2092 2094 rBvV2 32114 54061 4.40% 0.470%
49 14.611 2094 2098 2102 rVvV 173822 225118 18.33% 1.957%
50 14.666 2102 2107 2114 rVV5 83025 204038 16.61% 1.774%
51 14.733 2114 2118 2124 rVB4 63810 108025 8.79% 0.939%
52 14.836 2131 2135 2139 rBv4 50067 80220 6.53% 0.697%
53 14.946 2149 2153 2156 rVB5 37571 49023 3.99% 0.426%
54 15.233 2192 2200 2204 rBV2 54147 155900 12.69%  1.355%
55 15.336 2213 2217 2222 rBV5 38871 77081 6.28% 0.670%
56 15.434 2229 2233 2238 rVB3 84754 143460 11.68% 1.247%
57 16.013 2322 2328 2339 rVB 289784 579110 47.14% 5.034%
58 16.153 2349 2351 2358 rVB7 22459 35560 2.89% 0.309%
59 16.287 2369 2373 2379 rVB2 34218 65887 5.36% 0.573%
60 16.476 2399 2404 2413 rVB5 57283 140956 11.48% 1.225%

Sum of corrected areas: 11503362
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\

: VY007776.D

: 08 Mar 2022 13:44

: SY/MD

: N1774-03

: 5.03g/5.0mL/MSVOA_Y/SOIL
: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: VY007776.D\data.ms

212229 2546

4.722 4 966

5.753

Time-->

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VY007776.D\data.ms

8.691

7.789

8.143

10.179

.246

10.715
10 075

11.490

11.703
11.59

0
Time-->

T T
9.00 9.50

10 00

=
10.50

T
11.00

— T
11.50

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VY007776.D\data.ms

13.422
12.483
14.398

13.751 14. 611

12.806 13.117
122 | 13. 30

8138

20 a2
A‘- 12. "i’: ‘AA"‘.‘

4.27Q
."V |

12.026 Trof it

1212213

15.434

336046 15.23336

14. l\‘ N

/|

16.013

Time-->

T
12.00 12 50 13 00 13 50 14.00 14 50

T ’ T
15.00

T ‘ T
15.50

T ‘ T
16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 1 1-Propene, 3,3'-thiobis[2-m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.306 7.44 ug/1 132006 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 93
2 2-Methyl-2-vinyloxirane 84 C5H80 001838-94-4 47
3 3-(2-Methylprop-1-enylthio)-2-me... 142 C8H14S 1000122-39-8 38
4 2,5-Octadiene 110 C8H14 063216-69-3 25
5 2(1H)-Pyridinone 95 C5H5NO 000142-08-5 25

Abundance Scan 1884 (13.306 min): VY007776.D\data.ms (-1878) (- m/z 55.15 100.00%
55.1
gra 1421
5000
P P
H M Hh‘r" 260. 13.00 13.50
MG 2080 200 7 39,10 80.04%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #22888: 1-Propene, 3,3'-thiobis[2-methyl-
55.0 87.0 142.0
5000 — e
13.00 13.50
m/z 142.05 77 .48%
”
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance
39.0 \
P A
13.00 13.50
5000 m/z 87.18  72.24%
83.0
T B e R R ECRETR e
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #22900: 3-(2-Methylprop-1-enylthio)-2-methylprop-1-ene| | & —4—
55.0 87.0 142.0 13.00 13.50
m/z 53.15 61.26%
5000
m/z--> 20 40 60 80 100120140160180 200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.751 16.14 ug/1l 286117 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Dodecane 170 C12H26 000112-40-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Nonane 128 C9H20 000111-84-2 53

Abundance Scan 1957 (13.751 min): VY007776.D\data.ms (-1951) (- m/z 57.10 100.00%

57.1
5000
85.1
R

ady M
13.50 14.00
112.1 156.2
WWU:H ol 184S 2081 sz 43.10 85.90%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane
43.0
5000 T

71.0 13.50 14.00

m/z 41.10 51.85%

990 1710 1500
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

T
13.50 14.00

5000 m/z 71.10 47.93%
85.0
29.0
113.0 9410 170.0

T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane =5 —

57.0 13.50 14.00

m/z 85.10  30.99%

5000
85.0
29.0
\‘ I H | 1130 1410 169.0 198.0
Vs M

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 unknownl4.270 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.270 8.18 ug/1 145081 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 35
4 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 35
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 22

Abundance Scan 2042 (14.270 min): VY007776.D\data.ms (-2035) (- m/z 83.20 100.00%

83.2
1352
50001 411

T
14.00 14.50
m/z 82.10 68.84%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31429: Cyclohexane, pentyl-
83.0

5000 — —
14.00 14.50
41.0 m/z 55.10 63.08%
154.0
”wmhM”MwwwhH%}%R”w”mw‘”w”w”ww”w””w”w‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0
14.‘00 14.50
5000 ITI/Z 135.20 55.39%
26,0 840 126.0
m/z--> 2‘0 4‘0 6’0 8‘0 1601&014‘101é0lé026022‘024’102é028‘0
Abundance #43577: Cyclohexane, (4-methylpentyl)- M A — Wi
83.0 14.00 14.50

m/z 41.10 39.69%

5000
41.0
“ ‘\‘ \‘h Hh \‘ ‘ 125.0 16‘8.0

o ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 4 Di-tert-butyl disulfide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.398 37.09 ug/l 657716 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 74
2 Disulfide, dibutyl 178 C8H18S2 000629-45-8 64
3 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 64
4 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 47
5 Disulfide, bis(2-methylpropyl) 178 C8H18S2 001518-72-5 43
Abundance Scan 2063 (14.398 min): VY007776.D\data.ms (-2056) (- m/z 57.10 100.00%
57.1
- JLW
— =
| o0q 1221 178.1 1400 14.50
O bl 2OL 1502 | 207.0 2600 up0 4110 35.97%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 = —
14.00 14.50
29.0 m/z 39.85 15.81%
122.0 178.0
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
57.0
= —
14.00 14.50
5000 m/z 178.10 11.31%
29.0 122.0 178.0
87.0
T T e e
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #53428: Disulfide, bis(1-methylpropyl) “ = A
57.0 14.00 14.50
m/z 122.10 8.39%
5000
29.0 122.0
‘ 178.0
H‘wﬂ‘ﬂ‘uw‘u‘_HIM‘H_‘H‘HH‘HHMH‘WH‘W‘HW‘H‘_‘ — At
m/z--> 20 40 60 80 100120140160 180200220240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@30822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44

Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M

Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Dodecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.611 12.70 ug/l 225118 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 Hexadecane 226 C1l6H34 000544-76-3 68
3 Tridecane 184 C13H28 000629-50-5 62
4 Tetradecane 198 C14H30 000629-59-4 58
5 Undecane 156 C11H24 001120-21-4 52

Abundance Scan 2098 (14.611 min): VY007776.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
5000
119.1
14.50 15.00
170.3
A w”u bl g, ‘c TP Cha— A m/z 43.10  86.03%
mi/z--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
5000 T —r—
14.50 15.00
m/z 71.15 61.19%
ZTO‘ 99.0 170.0
T T “\ ‘\“ ‘ “‘\ ‘!‘ \‘ T H‘ \“ T ‘]\-4\1.‘()\ 1 T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
—T —
14.50 15.00
5000 ITI/Z 41.10 48.36%
27.0
990 1410 1830 226.0
e T
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane — 7
57.0 14.50 15.00
m/z 85.10 35.99%
5000
27.0
‘\ “\ HH\ “\ “‘9?.0” \\1410 1840
B B A B A A A e T T T
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.666  11.51 ug/1l 204038 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 89
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87

Abundance Scan 2107 (14.666 min): VY007776.D\data.ms (-2102) (- m/z 119.10 100.00%
119.1
- i M
91.0 ‘ 148.1 ‘14‘50‘ 5.5‘06
-4 1781 . :
‘H“H‘WHMMMJHWw“MMM‘”M‘$H‘W“m‘ﬂ_“3999 m/z 57.00  39.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 At —
14.50 15.00
91.0 m/z 134.08  27.62%
39.0 65 0 ‘ I ‘
N P I I
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
14.50 15.00
5000 m/z 41.10 18.98%
91.0
39.0 65.0
R A B R ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- —T —
119.0 14.50 15.00
m/z 91.05 17.14%
5000
91.0
65 O
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 7 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.233 8.79 ug/1 155900 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 90
2 Azulene 128 C10H8 000275-51-4 72
3 N-Methyl-9-aza-tricyclo[6.2.2.0(... 185 C12H11NO 013131-19-6 59
4 m-Fluorothiophenol 128 C6H5FS 002557-77-9 56
5 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 56
Abundance Scan 2200 (15.233 min): VY007776.D\data.ms (-2192) (- m/z 128.05 100.00%
128.1
5000
63.1 102.1 15.00 15.50
B e I, L0 2071 s 127,00 14.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
15.00 15.50
02.0 m/z 129.00 9.95%
51.0 740 102
28.0 \‘ I \‘ ‘ “

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

Abundance
128.0 | f\M

15.00 15.50

5000 m/z 102.10 8.28%
51.0 102.0
74.0
e e e e e o IO

m/z--> 20 40 60 80 100 120 140 160 180 200 )\
Abundance #59959: N-Methyl-9-aza-tricyclo[6.2.2.0(2,7)]dodec-2,4,6, | % I ‘MA A vl

128.0 15.00 15.50

m/z 126.05 7.11%

5000

510 77.0 1020 | 185.0 M/WMM
0 II Il

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 8 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.434 8.09 ug/1 143460 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 1-Iodoundecane 282 C11H23I 004282-44-4 70
3 Tetradecane 198 C14H30 000629-59-4 64
4 Eicosane 282 (C20H42 000112-95-8 64
5 Pentadecane 212 C15H32 000629-62-9 59
Abundance Scan 2233 (15.434 min): VY007776.D\data.ms (-2229) (- | m/z 57.15 100.00%
57.1
2000 \/\M\/\M
) o
125.1 165.3 .
- ‘h“ $LPuolh, S 174963 LT, 43.10  83.57%
miz-> 50 100 150 200 250
Abundance #59027: Tridecane
57.0
5000 U
15.50
27.0 m/z 71.10 52.65%
BRRCTRTIE
[ P T I s
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz-> 50 100 150 200 250
Abundance
57.0
——
15.50
5000 m/z 41.10 51.67%
27.0 99.0 155.0
197.0 282.(
o — R am s B
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane T
57.0 15.50
m/z 85.10 37.00%
5000
27‘.0 99.0
A L LA, g 1980 o
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 9 Trisulfide, bis(1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.013  32.66 ug/l 579110 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 64
2 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 38
3 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 35
4 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 25
5 Octane, 3-methyl- 128 C9H20 002216-33-3 12
Abundance Scan 2328 (16.013 min): VY007776.D\data.ms (-2322) (- m/z 57.10 100.00%
57.1
16.00 |
210.1 :
ol u‘w\ 1051 “u b 288 m/z 41.10  34.97%
miz--> 50 100 150 200 250 300 350
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 S :
16.00
m/z 154.00  15.04%
15TI.O 210.0
n |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.00
5000 m/z 39.05 15.02%
178.0
150 122.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #85469: Propanoic acid, 2,2-dimethyl-, silver(1+) salt —
57.0 16.00
m/z 56.05 8.80%
- JM
317.0
SR = O - £ X o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 10 Benzocycloheptatriene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.476 7.95 ug/1 140956 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzocycloheptatriene 142 C11H1e 000264-09-5 64
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 64
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 58
4 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 58
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 52

Abundance Scan 2404 (16.476 min): VY007776.D\data.ms (-2399) (- m/z 141.95 100.00%
141.9

5000 8l.1
411 109{1 179.2

=

16.20 16.40 16.60

207.1 280.¢
m/z 141.05 94.66%

m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #22140: Benzocycloheptatriene
141.0
5000 T T Tt

16.20 16.40 16.60
m/z 81.10 43.65%

63.0
27\0‘ I \‘\ Al 9‘4_ 0 H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

=

141.0

16.20 16.40 16.60
5000 m/z 115.05 42.17%

63.0
27.0 113.0

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #22147: Naphthalene, 1-methyl- R Emama T
142.0 16.20 16.40 16.60
m/z 179.20  31.28%
5000
63.0

2?0‘ | M“ Ly, 11 \'o |

e e e e e e e e e AR
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@30822\
Data File : VY@07776.D

Acqg On : 08 Mar 2022 13:44
Operator : SY/MD

Sample : N1774-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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|
1-Propene, 3,3'... 13.306 7.4 ug/l 132006 4 13.422 886550 50.0
Undecane 13.751 16.1 ug/l 286117 4 13.422 886550 50.0
unknownl14.270 14.270 8.2 wug/l 145081 4 13.422 886550 50.0
Di-tert-butyl d... 14.398 37.1 ug/l 657716 4 13.422 886550 50.0
Dodecane 14.611 12.7 wug/l 225118 4 13.422 886550 50.0
Benzene, 1-ethy... 14.666 11.5 ug/l 204038 4 13.422 886550 50.0
Azulene 15.233 8.8 ug/l 155900 4 13.422 886550 50.0
Tridecane 15.434 8.1 wug/l 143460 4 13.422 886550 50.0
Trisulfide, bis... 16.013 32.7 wug/l 579110 4 13.422 886550 50.0
Benzocyclohepta... 16.476 8.0 wug/l 140956 4 13.422 886550 50.0
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