LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y030223S.M

Title : SW846 8260

Signal : TIC: VY@13047.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.936 341 347 348 rBV3 1001 1423  2.15% 0.206%
2 4.192 381 389 390 rBV2 582 804 1.21% 0.116%
3 4.710 465 474 483 rVB4 1549 4779 7.22% 0.692%
4 5.747 639 644 652 rvB3 661 1261 1.91% ©.183%
5 6.972 836 845 853 rBV 5697 16940 25.59% 2.452%
6 7.710 956 966 973 rBv3 11947 29225 44.16% 4.231%
7 7.789 973 979 990 rVB 17106 38659 58.41% 5.596%
8 8.136 1024 1036 1047 rBv2 13104 30761 46.48% 4.453%
9 8.685 1118 1126 1135 rBV 24958 49301 74.49% 7.137%
10 10.179 1364 1371 1378 rBV 38020 66187 100.00%  9.581%
11 10.575 1430 1436 1443 rVB2 2303 4282 6.47% 0.620%
12 10.941 1490 1496 1505 rBV3 1506 2674 4.04% 0.387%
13 11.319 1553 1558 1564 rVv2 876 1398 2.11% 0.202%
14 11.489 1579 1586 1593 rBV 35911 58634 88.59%  8.488%
15 11.709 1616 1622 1627 rBV7 1388 2443  3.69% 0.354%
16 12.020 1671 1673 1677 rVB2 660 826 1.25% 0.120%
17 12.123 1685 1690 1694 rBV2 498 700 1.06% ©0.101%
18 12.245 1704 1710 1717 rVB4 502 920 1.39% 0.133%
19 12.416 1733 1738 1739 rVV4 726 1152 1.74% 0.167%
20 12.483 1743 1749 1759 rVB3 25805 44445 67.15% 6.434%
21 12.642 1772 1775 1778 rBV2 557 704 1.06% 0.102%
22 12.733 1785 1790 1793 rBV3 3006 4334 6.55% 0.627%
23 12.776 1793 1796 1797 rVV3 978 1233 1.86% 0.178%
24 12.806 1797 1802 1808 rVB2 10711 16883 25.51% 2.444%
25 12.867 1808 1812 1816 rVB4 821 1227 1.85% 0.178%
26 12.977 1819 1830 1832 rBV5 1745 4478 6.77% 0.648%
27 13.038 1836 1840 1845 rVB6 3121 5297 8.00% 0.767%
28 13.117 1845 1853 1858 rBV 7452 12776 19.30% 1.849%
29 13.166 1858 1861 1867 rBV4 936 1421 2.15% 0.206%
30 13.312 1879 1885 1890 rBV7 4193 8640 13.05% 1.251%
31 13.361 1890 1893 1896 rvv3 3599 5007 7.56% ©.725%
32 13.422 1896 1903 1912 rVv2 36666 64041 96.76% 9.271%
33 13.501 1912 1916 1920 rVB5 2940 3854 5.82% 0.558%
34 13.556 1920 1925 1928 rBV5 852 1534  2.32% 0.222%
35 13.623 1928 1936 1939 rBvV3 7138 12196 18.43% 1.765%
36 13.660 1939 1942 1946 rvv3 3373 5769 8.72% 0.835%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y030223S.M
Title : SW846 8260
37 13.696 1946 1948 1951 rVB3 2583 2546 3.85% 0.369%
38 13.751 1951 1957 1961 rBV 21908 33822 51.10% 4.896%
39 13.794 1961 1964 1966 rvv3 1928 3023 4.57% 0.438%
40 13.824 1967 1969 1974 rVVv4 2355 3236 4.89% 0.468%
41 13.885 1975 1979 1981 rVvv3 1803 2979 4.50% 0.431%
42 13.910 1981 1983 1988 rVvv4 4296 5774 8.72% 0.836%
43 13.965 1988 1992 1997 rVB3 5654 8354 12.62% 1.209%
44 14.019 1997 2001 2005 rVB5 2228 4280 6.47% 0.620%
45 14.080 2005 2011 2016 rVB3 7053 10764 16.26% 1.558%
46 14.141 2016 2021 2027 rBV6 1841 4306 6.51% 0.623%
47 14.202 2027 2031 2033 rBV5S 1599 2535 3.83% 0.367%
48 14.257 2033 2040 2045 rBV8 5070 11448 17.30% 1.657%
49 14.379 2056 2060 2063 rBvV3 3616 4907 7.41% 0.710%
50 14.416 2063 2066 2072 rVB7 3415 5640 8.52% 0.816%
51 14.483 2072 2077 2079 rBV5 2080 3820 5.77% 0.553%
52 14.519 2080 2083 2086 rVB5 1487 1882 2.84% 0.272%
53 14.562 2086 2090 2093 rBV3 3878 6287 9.50% 0.910%
54 14.611 2093 2098 2103 rVB2 8037 12155 18.36% 1.760%
55 14.678 2104 2109 2114 rVV5 8413 16347 24.70% 2.366%
56 14.727 2114 2117 2123 rVB6 3341 5775 8.73% 0.836%
57 14.806 2126 2130 2131 rBV2 1029 1534 2.32% 0.222%
58 14.830 2131 2134 2139 rVB3 5947 9318 14.08% 1.349%
59 14.910 2143 2147 2148 rBvV4 596 701 1.06% 0.101%
60 14.940 2148 2152 2155 rBV5 1905 2849 4.30% 0.412%
61 14.983 2155 2159 2165 rVB7 1306 2438 3.68% 0.353%
62 15.050 2165 2170 2178 rBV6 2046 4074 6.16% 0.590%
63 15.135 2181 2184 2187 rVB5 945 1311 1.98% 0.190%
64 15.208 2191 2196 2198 rBV4 991 1335 2.02% 0.193%
65 15.233 2198 2200 2205 rVB2 1417 1592 2.41% 0.230%
66 15.312 2205 2213 2217 rBV5 2194 4954 7.48% 0.717%
67 15.434 2231 2233 2238 rVB4 1206 1418 2.14% 0.205%
68 15.519 2244 2247 2253 rVB4 587 786 1.19% 0.114%
69 15.726 2276 2281 2285 rVB4 1252 2404 3.63% 0.348%
Sum of corrected areas: 690802
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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\VY032223\

: VYe13e47.D

: 22 Mar 2023 14:21

: KP/MD

: 02033-01

: 5.11g/5.0mL/MSVOA_Y/SOIL
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M
: SW846 8260

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

Abundance

35000

30000

25000

20000

15000

10000

5000

0

TIC: VY013047.D\data.ms

3.936 4.192 4.710 5.747

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

35000

30000

25000

20000

15000

10000

5000

TIC: VY013047.D\data.ms

10.179 11.489

8.685

7.789

8.136

6.972

10.941 11.319

>

10575
A

0
Time-->

11.709

‘ = —
11.50

7.5

i

D
7.00

= N
9 OO 9 50 10. OO 10.50 11.00

Abundance

35000

30000

25000

20000

15000

10000

5000

TIC: VY013047.D\data.ms

13.422

12.483
13.751

12.806

12.7
12.02M23242.41612.
_,_,_VJJ\,.A/\,_A/\

Time-->

T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
14.00 15.00 15.50 16.00 16.50

T ‘ T
13.50

‘ T
12. 00 12 50 13.00

82Y030223S .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 unknownl13.312 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.312 6.75 ug/1 8640 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-cyclohexyl- 224 C16H32 013151-73-0 27
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 22
3 Cyclodecane 140 C1eH20 000293-96-9 11
4 Dodecanal 184 C12H240 000112-54-9 10
5 Carbonochloridic acid, decyl ester 220 C11H21Cl02 055488-51-2 10
Abundance Scan 1885 (13.312 min): VYOl3047[ﬂdmarns(1879)( m/z 119.20 100.00%
19.2
5000
L b b
‘ 13.00 13.50
0! H‘_‘H‘H“_‘H‘H‘w“u‘u‘w‘u m/z 41.10 75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104604: Decane, 2-cyclohexyl-
82.0
55.
5000 L — e
111.0 13.00 13.50
m/z 83.20 71.31%
29.0 140.0
O \\\‘\u‘\\“‘\\\ \\‘\h“\\‘\\‘\\\\l\\\\‘\\:!-\s‘l\\()\\‘\\\z\z‘é\(\:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20678: Cyclohexane, butyl-
83.0 /{\
- o 0
13.00 13.50
5000 m/z 82.10 60.50%
29.0 140.0
1 A,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 \ n N\ A
Abundance #20644: Cyclodecane T A ‘ﬂ$ ﬂ
55.0 13.00 13.50
m/z 55.10 56.55%
5000 83.0
27.0
111.0 140.0 k\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 unknownl3.623 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.623 9.52 ug/l 12196 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 45
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 45
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 45
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 43
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 43
Abundance Scan 1936 (13.623 min): VY013047.D\data.ms (-1928) (- m/z 105.05 100.00%
105.1
5000
134.1
Aol A
392 575 77‘0 ‘ ‘ 13.50 14.00
Otk e M Lz 11710 67.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
11v.0
5000 Y A WA 111
13.50 14.00
39.0 63.0 m/z 118.00  45.34%
O\\‘]_\\5\9\\\‘\‘\\\}i‘\\\\H}\\‘\“EHH‘\MH‘H\\"\\\\‘1‘\\\‘\\!\“\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
LN
13.50 14.00
5000 ITI/Z 134.05 31.83%
91.0
390 &g
0‘W‘H‘_H‘_‘HM‘HUMA‘th‘HR‘HJ“H‘_LH_‘LMHH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m
Abundance #10192: Benzene, 2-propenyl- A‘“‘ o HL ‘M
117.0 13.50 14.00
m/z 115.10  29.32%
5000 91.0
39.0 65.0
o"""w"""‘H“""}‘H"‘M"‘H‘!""“,w""“le“_ww,u AV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751  26.41 ug/1 33822 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 74
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 64
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
4 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 58
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 50
Abundance Scan 1957 (13.751 min): VY013047.D\data.ms (-1951) (| | m/z 43.10 100.00%
43.1
5000 711 M
97.2 138.1 13 50 14. OO
0! bty e e m/z 57.10  96.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
5000 ””M\A/‘\”“\/\“\ T 4/\
85.0 13.50 14.00
20.0 m/z 41.10 60.37%
‘ H ‘ 113.0 156.0
O \\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\H‘\\”\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
— —
13.50 14.00
m/z 71.10 48.27%
5000 71.0
NS o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\/\J\
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester A ‘M\M f
57.0 13.50 14.00
m/z 55.10 41.37%
5000
85.0
29.0
0 L ‘ ‘ 1110 15401820 227
H“H‘w“"H“_‘H“H‘_“w‘u“u‘w“u‘u“_‘u e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.965 6.52 ug/1 8354 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 62
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 62
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 62

Abundance Scan 1992 (13.965 min): VY013047.D\data.ms (-1988) (- m/z 119.05 100.00%
119.1
5000
3.0 2671 A
) co i
43.0
207.0 14.00
0! A m/z 134,200 29.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 ﬁﬁ
5000
1400
m/z 72.95 26.86%
390.0 9#0
O\\\‘\‘\H“‘H‘\‘\“\‘\H“HH“\‘HU“\H‘\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
T ‘A\
14.00
5000 ITI/Z 91.00 22.72%
39.0 91.0
o""m‘““‘M‘M‘WL“MMm‘h_wmwm‘w_ww_m
m/z--> 20 40 60 80 100120140160180200220240260 Aﬂ\
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- USRI S AT A
119.0 14.00
m/z 267.10 18.37%
5000
91.0
0159, 7 i
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 1-Methyl-2-phenylcyclopropane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.080 8.40 ug/l 10764 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 64
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 64
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 62
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 58
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 58

Abundance Scan 2011 (14.080 min): VY013047.D\data.ms (-2005) (| | m/z 117.00 100.00%
11v.0
5000
91.0
0 LT TAR Y
39.0 64.9 ‘ 148.1 14.00
ST W” Hw H‘ sl E L myz 119.00 52.34%
m/z--> 20 40 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyc|oaropane
11v.0
5000 132.0 AL ]\ : /‘\/‘
91.0 14.00
m/z 105.10 35.94%
51.0
O\‘\2\9.\0\“\\“”‘\“H‘\?G\H?\\”\“”‘\\H‘\{“\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
132.0 14.00
5000 ’ m/z 91.00 31.72%
39.0 65.0 ‘
o\\mw | Y
miz--> 20 40 60 80 100 120 140 /\ ()\h
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- A ‘
117.0 14.00
m/z 114.95 30.34%
132.0
5000
91.0
o w0 ]
N S SNV O SO W
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257 8.94 ug/1 11448 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 58
4 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 53
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 47
Abundance Scan 2040 (14.257 min): VY013047.D\data.ms (-2033) (- m/z 82.10 100.00%
82.1
152.0
55.1
R
108.9 1! A | ‘AM
L) \» [ W] et BT
O ““““ | “““‘ e m/z 66.95 86.71%
m/z--> 20 100 120 140 160
Abundance #29386.Cydohexanone,24nethyL5{1-methybthenyDat
67.0 95.0
5000 41.0 — ;
152.0 14.00 14.50
m/z 81.15 80.78%
b | mmo
0\‘\\\\‘”\\\‘\‘\“‘\\\\\‘\1‘\\“{\\\‘\\\‘\‘\
miz--> 20 40 60 100 120 140 160
Abundance #29494:cS—Decahn,Z—syn—methyL
95.0
67.0 —— —
41.0 14.00 14.50
5000 m/z 95.10 77 .71%
152.0
‘ 123.0
0“‘J“‘W‘Jh‘ﬂmhﬂu“ﬂw“w‘“M“““““
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #29505: Naphthalene, decahydro-2-methyl- — L
41.0 95.0 14.00 14.50
67.0 152.0 m/z 152.00  73.21%
5000
T i
oh-25 L -
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Octadecane, 1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.611 9.49 ug/l 12155 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 53
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 53
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 52
4 Tritetracontane 605 C43H88 007098-21-7 47
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 47

Abundance Scan 2098 (14.611 min): VY013047.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1

5000 119.1 M
/\ Ny

14.50 15.00
S \““ ‘\‘\h‘hh\’ l “ ‘ “ et i m/z 43.05 86.77%

0
miz--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 WW\/W A2 el
14.50 15.00
m/z 71.00 57.96%
L) \MM?R 1750 217.0 2520 288.C
T T T \ T T T T T T T ‘ T T ‘
m/z--> 50 150 200 250
Abundance #148416. Hexadecane, 1-chloro-
57.0 A N&
] |
14.50 15.00
5000 910 m/z 41.05 51.56%

o

219 | | 1111,1330 1750 2280 26000
m/z--> 50 lOO 150 200 250

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0 14.50 15.00

m/z 119.05 37.99%

5000
‘ 97.0
\‘ ‘ | ‘\ . [27.0 1680 241.0 WA
I

miz--> 50 100 150 200 250 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Benzene, (1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.678 12.76 ug/l 16347 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 83
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 72
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 72
Abundance Scan 2109 (14.678 min): VY013047.D\data.ms (-2104) (- m/z 117.10 100.00%
117.1
5000
A h‘hf’\‘ A? ‘A ‘/\ : n ‘/\'\/\‘
207.1 14.50 15.00
01 e m/z 132,05 44.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
5000 j ﬂ ' ‘ \m‘
14.50 15.00
91.0 m/z 115.10  32.23%
00 |1
0 \H‘\‘\\\‘Hw‘\‘uH\“\H\“WH‘\’\‘U‘\‘\’\H\’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 M /WL)
C A
14.50 15.00
5000 m/z 91.10 26.26%
91.0
51.0
270" ‘
PR ot P T | N
m/z--> 20 40 60 80 100 120 140 160 180 200 rﬁwm
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- A b
117.0 14.50 15.00
m/z 64.90 23.02%
5000
91.0
Sl a4
REET. S o SOV ' E— [ W [i 1 NI N
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\VY032223\
Data File : VY@13047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.830 7.28 ug/1 9318 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 52
3 5-Aminoindole 132 C8H8N2 005192-03-0 49
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 43
5 Naphthalene, 1,4,5,8-tetrahydro- 132 C10H12 000493-04-9 38
Abundance Scan 2134 (14.830 min): VY013047.D\data.ms (-2131) (- | m/z 104.10 100.00%
104.1
132.0
5000
50.9 77.0 4—h —r A
‘ | ‘ I H H 14.50 15.00
Obrerrrreprerpremderelere et L Ll gz 132,00 62.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
i i
5000 ' j
132.0 14.50 15.00
28.0 m/z 91.85  46.88%
28.0 51.0 ‘ ‘
OH‘\\\\‘\H‘l‘}\H‘[HHH}‘HH}‘HH‘\M‘\“HH"}H\M"H’Hl‘\‘\\\‘l““\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16648: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132.0 W\N\ 'f
LB pf
14.50 15.00
5000 m/z 128.00 33.02%
104.0
63.0
39.0 ‘ 78.0
Obreprrrrprrrr el bttt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #16605: 5-Aminoindole ‘ﬁ\‘ b W\‘h‘
132.0 14.50 15.00
m/z 115.00 25.19%
5000
104.0
| | b
51.0
SR TN NI LU ROUOOOOR WO Y 1 WA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013047.D

Acqg On : 22 Mar 2023 14:21
Operator : KP/MD

Sample : 02033-01

Misc : 5.11g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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|
unknown13.312 13.312 6.8 ug/l 8640 4 13.422 64041 50.0
unknown13.623 13.623 9.5 wug/l 12196 4 13.422 64041 50.0
Undecane 13.751 26.4 ug/l 33822 4 13.422 64041 50.0
Benzene, 1,2,3,... 13.965 6.5 ug/l 8354 4 13.422 64041 50.0
1-Methyl-2-phen... 14.080 8.4 ug/l 10764 4 13.422 64041 50.0
Cyclohexanone, ... 14.257 8.9 ug/l 11448 4 13.422 64041 50.0
Octadecane, 1-c... 14.611 9.5 ug/l 12155 4 13.422 64041 50.0
Benzene, (1-met... 14.678 12.8 ug/1 16347 4 13.422 64041 50.0
Naphthalene, 1,... 14.830 7.3 ug/l 9318 4 13.422 64041 50.0
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