LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample 1 M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06551.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.716 469 475 484 rVB3 2867 8047 2.55% 0.319%
2 5.747 639 644 654 rVB5 1778 5236 1.66% 0.208%
3 7.722 959 968 974 rBv2 36999 87592 27.73% 3.472%
4 7.795 974 980 991 rVB 76360 168236 53.26% 6.668%
5 8.149 1028 1038 1049 rBV2 38094 91294 28.90% 3.619%
6 8.691 1116 1127 1137 rBV 112737 221802 70.21% 8.792%
7 9.185 1198 1208 1216 rBV6 3254 7974 2.52% 0.316%
8 10.179 1363 1371 1378 rBV 180781 315895 100.00% 12.521%
9 10.240 1378 1381 1389 rVB2 2353 5390 1.71% 0.214%
10 10.368 1395 1402 1407 rBV8 2469 5920 1.87% 0.235%
11 11.038 1508 1512 1516 rVB3 2254 3626 1.15% 0.144%
12 11.093 1516 1521 1524 rBVS 2123 3790 1.20% 0.150%
13 11.288 1546 1553 1556 rBV7 2890 6404 2.03% 0.254%
14 11.489 1580 1586 1595 rVB 147116 244737 77.47%  9.701%
15 11.593 1597 1603 1608 rBV 10349 16469 5.21% 0.653%
16 11.703 1611 1621 1630 rBV 18099 37844 11.98% 1.500%
17 12.032 1666 1675 1681 rBV 9459 20821 6.59% 0.825%
18 12.337 1720 1725 1727 rBV6 2513 4744  1.50% 0.188%
19 12.483 1743 1749 1758 rVB 106719 167840 53.13% 6.653%
20 12.672 1768 1780 1787 rBV9 10010 42224 13.37% 1.674%
21 12.806 1798 1802 1808 rVB3 15709 22684 7.18% 0.899%
22 12.971 1826 1829 1836 rVB6 5320 10762 3.41% 0.427%
23 13.038 1837 1840 1847 rVB6 5086 8383 2.65% ©.332%
24 13.117 1847 1853 1858 rBV 11799 21832 6.91% ©0.865%
25 13.361 1890 1893 1896 rBV5 5493 8755 2.77% 0.347%
26 13.422 1897 1903 1913 rW 117627 205857 65.17% 8.160%
27 13.501 1913 1916 1920 rVB4 5392 7229  2.29% 0.287%
28 13.629 1933 1937 1941 rBV2 10820 15472 4.90% 0.613%
29 13.751 1952 1957 1962 rBV2 47485 76233 24.13% 3.022%
30 13.910 1981 1983 1988 rVB5 4825 6733 2.13% 0.267%
31 13.971 1989 1993 1997 rVV3 11349 14919 4.72% 0.591%
32 14.013 1997 2000 2005 rVB6 6266 10627 3.36% 0.421%
33 14.080 2007 2011 2015 rVB5 10690 14775 4.68% 0.586%
34 14.257 2033 2040 2046 rBV8 18757 55897 17.69%  2.216%
35 14.379 2056 2060 2063 rBv4 11287 17078 5.41% 0.677%
36 14.422 2063 2067 2071 rVW5 12140 18335 5.80% 0.727%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample 1 M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y102221S.M
Title : SW846 8260
37 14.611 2094 2098 2103 rVB 50067 65013 20.58% 2.577%
38 14.678 2104 2109 2114 rVV5 25644 52985 16.77% 2.100%
39 14.733 2114 2118 2125 rVB3 27640 48277 15.28% 1.914%
40 14.946 2149 2153 2156 rVB5 10376 14438 4.57% 0.572%
41 15.044 2164 2169 2174 rBV8 14434 32885 10.41% 1.303%
42 15.233 2192 2200 2207 rBV2 41043 101029 31.98% 4.005%
43 15.434 2229 2233 2241 rVB2 36282 58842 18.63% 2.332%
44 15.605 2256 2261 2267 rVB7 12814 24133 7.64% ©.957%
45 16.025 2325 2330 2335 rVB9 7682 16869 5.34% 0.669%
46 16.153 2348 2351 2357 rVB3 8872 13288 4.21% ©.527%
47 16.294 2369 2374 2379 rVB2 14476 26619 8.43% 1.055%
48 16.361 2381 2385 2391 rVB3 10556 17777 5.63% ©.705%
49 16.489 2399 2406 2420 rVB2 22202 64748 20.50% 2.566%
50 16.598 2420 2424 2426 rBV4 2862 4500 1.42% 0.178%
Sum of corrected areas: 2522859
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\

: VY006551.D

: 01 Nov 2021 14:56

: SY/MD

: M4422-01

: 5.10G/5ML/MSVOA_Y/SOIL
. 10

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

150000

100000

50000

0
Time-->
Abundance

150000

100000

50000

TIC: VY006551.D\data.ms

4.716

5.747

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

TIC: VY006551.D\data.ms

10.179

11.489

8.691

7.795

7.7 8.149

9.185

0
Time-->
Abundance

150000

100000

50000

— = = 7
9.00 9.50 10.00 10.50

TIC: VY006551.D\data.ms

13.422

82Y102221S.M Wed Nov 03 04:39:07 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Oxalic acid, hexyl neopenty... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.672 10.26 ug/l 42224  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 50
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
4 3-Heptanone, 4-methyl- 128 C8H160 006137-11-7 46
5 Octane, 1-iodo- 240 C8H171 000629-27-6 43

Abundance Scan 1780 (12.672 min): VY006551.D\data.ms (-1768) (- m/z 57.10 100.00%
57.1
91.1

5000

%

120.1

12.50 13.00
Japl 2 m/z 43.10 96.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127947: Oxalic acid, hexyl neopentyl ester
43.0 71.0
5000 L L

12.50 13.00
m/z 91.10 81.91%

| ‘ h l d 105.0 1450 1830  229.C

m/z--> 20 40 60 80 100 120 140 160 180 200 220

%

Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
12.50 13.00
85.0 o
5000 ITI/Z 71.20 77 .49%
29.0 126.0
I S 7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester T —
43.0 71.0 12.50 13.00
m/z 41.15 50.62%
I \M ‘L‘m“‘ 111.0 137.0 167.0
— —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.751  18.52 ug/1 76233  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Dodecane 170 C12H26 000112-40-3 80
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64

Abundance Scan 1957 (13.751 min): VY006551.D\data.ms (-1952) (- m/z 43.10 100.00%
1

43.
5000
85.1
o e
138.2 13.50 14.00
_ H‘ JL ‘Nl‘ et 2?71 2808 m/z 57.10  96.56%
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 = S
13.50 14.00
m/z 41.10 58.63%
LI | 5o, oo
el 1 L
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 #45480: Dodecane
57.0
P e
13.50 14.00
5000 m/Z 71.10 49.73%
27,0 98.0 170.0
0 O Y O
miz-> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester e —
57.0 13.50 14.00
m/z 55.10 29.52%
5000
97.0
200} | “‘L “u 1260 167.0196.0 269.0
i s B T —r —r
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Naphthalene, decahydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.257 13.58 ug/l 55897 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 87
4 Bicyclo[4.1.0@]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 68
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-01-6 62

Abundance Scan 2040 (14.257 min): VY006551.D\data.ms (-2033) (- m/z 55.10 100.00%
55.1

152.2

5000

4

— —
14.00 14.50
m/z 81.10 90.39%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
14.00 14.50
09.0 m/z 152.15 74.71%

\’\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-

81.0

=

410 1520 14.00 14.50
5000 ' ' m/z 67.10  73.42%

m/z--> 20 40 60 80 100120140160180200220240260280

=
o
©
o

Abundance #29494: cis-Decalin, 2-syn-methyl- T —
95.0 14.00 14.50
67.0 m/z 41.10 67.12%
5000
152.0
39,0
FZ&O

uJMus“_“m‘m‘Hmw_wMWWWW SR

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\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Hexadecane, 1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.611 15.79 ug/1l 65013 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 83
2 Dodecane 170 C12H26 000112-40-3 81
3 Hexadecane 226 C16H34 000544-76-3 72
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 2098 (14.611 min): VY006551.D\data.ms (-2094) (-  m/z 43.10 100.00%
3.1
. JVJLM
1191 i4‘5d is‘od
170.1 ! ’
2061 2601 m/z 57.10  99.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148417: Hexadecane, 1-chloro-
57.0
5000 910 —r R
14.50 15.00
m/z 71.10 59.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45480: Dodecane
57.0
—— —
14.50 15.00
5000 ITI/Z 41.10 57.81%
B O O e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane 7 —
57.0 14.50 15.00
m/z 85.15 32.05%
5000
27,0
HRRRCLP—
e e e e e e e e e —r— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 5 3-Phenylbut-1-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.678 12.87 ug/l 52985 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 55
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 42
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 42
5 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 42
Abundance Scan 2109 (14.678 min): VY006551.D\data.ms (-2104) (-  m/z 119.10 100.00%
119.1
5000
41.1 69.1 91.1
— —
148.1 1731 207.1 14.50 15.00
m/z 117.10  96.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 At e
14.50 15.00
91.0 m/z 134.05 37.10%
w0 ||
\\\‘\‘\\\“\\“”1“}‘\\‘1““\\”\“m\\H’\i‘\‘\’\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
A FIRRAVINITLILYY:
14.50 15.00
5000 m/z 115.20  35.33%
91.0
39.0 65.0
LI T Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- —— —
117.0 14.50 15.00
m/z 41.10 33.47%
5000 91.0
51.0
210‘
“‘ upmw\“\m‘p‘:m!‘,m“h,‘m,uu_m_m — —
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\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 6 unknownl14.733 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.733  11.73 ug/1 48277 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2,4,4-trimethylpen... 280 C16H2404 1000405-60-0 35
2 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 25
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 22
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 22
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 22

Abundance Scan 2118 (14.733 min): VY006551.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

5000
119.1
— —
‘ ‘ ‘ 166.2 2079 260 1 14.50 15.00
HWHHUHN bl ot L 2009 2801 s a1.10 44.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173226: Fumaric acid, 2,4,4-trimethylpentyl but-3-yn-2-y
57.0
99.0
5000 — e
14.50 15.00
152.0 m/z 43.10 43.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43530: 1-Decene, 2,4-dimethyl-
57.0
—— —
14.50 15.00
5000 m/z 71.18  37.54%
112.0
27.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #135263: Sulfurous acid, butyl octyl ester e ——
57.0 14.50 15.00
m/z 55.10 35.66%
w MMVW/U\
27 0 H 113 0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl5.044 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.044 7.99 ug/1 32885 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-chloro-1-methyl-1-pr... 166 C10H11Cl 1000327-43-7 35
2 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1010374-45-7 25
3 Benzene, (2-chloro-2-butenyl)- 166 CleH11Cl 054411-12-0 15
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 11
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 11

Abundance Scan 2169 (15.044 min): VY006551.D\data.ms (-2164) (-  m/z 57.10 100.00%
57.1

131.1
5000
5.0 T T
166.3 15.00
209.2 260.1 :
. “‘ ;H\\‘ MM‘_V_"_'_'_'_V_‘_'_'—' m/z 43.10 97.78%
miz--> 50 100 150 200 250
Abundance  #41058: Benzene, (3-chloro-1-methyl-1-propenyl)-
131.0
5000 - ‘
15.00
m/z 131.05 66.84%
10 166.0 /
T T T ‘\ ‘L‘ \‘m \HH\ ‘\ \“m T T “\ T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #14763. L-Homoserine lactone, N,N-dimethyl-
71.0
T T
15.00
5000 ITI/Z 133.00 63.19%
129.0
410
‘M“W@HNW“‘M A
miz--> 50 100 150 200 250
Abundance #41055: Benzene, (2-chloro-2-butenyl)- —— I
131.0 15.00
m/z 71.10 51.76%
5000 91.0
51.0 ‘ 166.0
so i -
miz--> 50 100 150 200 250 15.00

82Y102221S.M Wed Nov 03 04:39:17 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.233  24.54 ug/1 101029 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 91
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 1,2-Benzenedicarbonitrile 128 C8H4N2 000091-15-6 72
5 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64

Abundance Scan 2200 (15.233 min): VY006551.D\data.ms (-2192) (- m/z 128.05 100.00%

128.1
5000
e ‘ ‘

I
15.00 15.50

>0 9ga | 16221031 <
bttt f 022 193 2800 myz 127.10 12.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13686: Naphthalene
128.0
5000 WW\ ‘WA‘
15.00 15.50
m/z 129.00 11.61%
51.0
\’HH‘H“H‘WHH!‘M‘\\-\()\“‘HH‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13679: Azulene
128.0
— —
15.00 15.50
5000 ITI/Z 51.00 8.97%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13688: 1H-Indene, 1-methylene- 1k T
128.0 15.00 15.50
m/z 63.05 8.65%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.434  14.29 ug/1 58842 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Tetradecane 198 C14H30 000629-59-4 80
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
4 Decane 142 C10H22 000124-18-5 72
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 2233 (15.434 min): VY006551.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1
5000
85.1
——
119.0 15.50
145.1 184.3
H\‘HH‘i‘{H““\‘\H\\‘H‘\\‘\H‘\‘H\H‘\WH\‘HH‘\H\’HH‘HH‘HH‘H m/Z 43.10 82.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 U
85.0 15.50
29.0 m/z 71.05 49.86%
\‘ ‘\‘ | J, , 11301410 1840
H\‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
——
15.50
5000 ITI/Z 41.10 43.87%
85.0
29.0
-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester P
57.0 15.50
m/z 85.10 29.85%
5000
85.0
29.0
L ML0 940016801960 241
H‘WH‘w‘HW‘HW‘H‘_H‘WH‘_‘HM‘HM‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.489 15.73 ug/1 64748 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 87
Abundance Scan 2406 (16.489 min): VY006551.D\data.ms (-2399) (- m/z 142.05 100.00%
142.1
R e
63.1 104% 1932 2318 281 16.20 16.40 16.60
M‘HHM:WNWWW@J»WMWﬂhuiuuw‘H_H‘_HW‘HWH‘WH m/z 141.05  89.92%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22147: Naphthalene, 1-methyl- Jk /\
142.0

5000 e
16.20 16.40 16.60

m/z 115.10  37.42%

63.0
?Z?kﬂﬂﬂﬁuwuﬁ%‘PHWMH‘HH“HW‘HWHH“‘H“Hw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene
141.0

16.20 16.40 16.60
5000 m/z 63.10 12.03%

63.0
270‘ I \‘ i \:!'0 L

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22143: Naphthalene, 2-methyl- ““““ . “‘
142.0 16.20 16.40 16 60
m/z 139.00 9.44%
5000
63.0
27 et o L
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\VY110121\
Data File : VY006551.D

Acqg On : 01 Nov 2021 14:56
Operator : SY/MD

Sample : M4422-01

Misc : 5.10G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
Oxalic acid, he... 12.672 10.3 ug/1 42224 4 13.422 205857 50.0
Undecane 13.751 18.5 ug/1 76233 4 13.422 205857 50.0
Naphthalene, de... 14.257 13.6 ug/1 55897 4 13.422 205857 50.0
Hexadecane, 1-c... 14.611 15.8 ug/l 65013 4 13.422 205857 50.0
3-Phenylbut-1-ene 14.678 12.9 ug/1 52985 4 13.422 205857 50.0
unknown14.733 14.733 11.7 ug/1 48277 4 13.422 205857 50.0
unknown15.044 15.044 8.0 ug/l 32885 4 13.422 205857 50.0
Azulene 15.233 24.5 wug/l 101029 4 13.422 205857 50.90
Tridecane 15.434 14.3 ug/1 58842 4 13.422 205857 50.0
Naphthalene, 1-... 16.489 15.7 ug/1 64748 4 13.422 205857 50.0
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