LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y081423S.M

Title : SW846 8260

Signal : TIC: VY@15199.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.893 167 176 187 rBV 18889 42999 1.99% 0.215%
2 3.241 225 233 245 rVB2 15482 38282 1.77% 0.192%
3 4.704 459 473 499 rBV3 36786 173576 8.04% 0.869%
4 5.228 547 559 573 rBB2 9332 32338 1.50% 0.162%
5 5.734 633 642 656 rVB2 17274 55014 2.55% 0.276%
6 6.789 804 815 825 rVB2 11480 32505 1.51% 0.163%
7 6.972 833 845 860 rBV 37680 117774 5.45%  0.590%
8 7.71@6 955 966 972 rBV 89530 222958 10.33% 1.117%
9 7.783 972 978 987 rVV 159248 380697 17.63% 1.907%
10 7.868 987 992 1000 rvVB4 8792 21977 1.02% 0.110%
11  7.996 1004 1013 1021 rBV 19805 46989 2.18% ©0.235%
12 8.136 1026 1036 1050 rVB 94306 215231 9.97% 1.078%
13 8.325 1061 1067 1077 rVB2 15055 41504 1.92% 0.208%
14  8.545 1094 1103 1114 rVB2 18106 38483 1.78% 0.193%
15 8.685 1117 1126 1139 rBV 246203 489028 22.65% 2.450%
16 9.185 1195 1208 1213 rBV5 15875 43993 2.04% 0.220%
17 9.612 1272 1278 1289 rVB 16444 31610 1.46% ©0.158%
18 9.746 1295 1300 1307 rVB3 21353 43196 2.00% ©0.216%
19 9.819 1307 1312 1315 rVWV2 16482 28034 1.30% 0.140%
20 9.959 1325 1335 1346 rBvV 22175 53519 2.48% 0.268%
21 10.179 1364 1371 1376 rBV 382196 648537 30.04%  3.249%
22 10.240 1376 1381 1389 rVB 247142 426924 19.77% 2.139%
23 10.368 1394 1402 1408 rVB 24367 47794 2.21% 0.239%
24 10.581 1430 1437 1444 rBV 32616 67406  3.12% ©.338%
25 10.941 1493 1496 1503 rVB3 11915 22140 1.03% 0.111%
26 11.276 1543 1551 1556 rBV3 26046 53514  2.48% 268%
27 11.380 1562 1568 1573 rBV 22849 36298 1.68% 182%

28 11.489 1578 1586 1595 rBV 381636 605939 28.06%
29 11.593 1595 1603 1611 rVB 165822 267434 12.39%
30 11.697 1611 1620 1631 rBV 625220 1150541 53.29%

VR, wWwoo
[
w
v
R

31 12.026 1666 1674 1684 rVB 421571 663435 30.73%
32 12.331 1718 1724 1728 rBV 46919 86461  4.00%
33 12.483 1743 1749 1760 rVB2 331350 592913 27.46%
34 12.672 1772 1780 1785 rBV 187341 291655 13.51%
35 12.733 1785 1790 1793 rVV 673200 1000733 46.35%

VTN W
(o]
N
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B

36 12.764 1793 1795 1799 rVWW 338297 475548 22.03% 2.382%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y081423S.M
Title : SW846 8260

37 12.812 1799 1803 1809 rVB 386431 585411 27.11% 2.932%
38 12.971 1815 1829 1837 rVB 310190 507516 23.51% 2.542%
39 13.117 1847 1853 1860 rVB 1451240 2159126 100.00% 10.815%

40 13.251 1866 1875 1879 rBV2 26801 71419 3.31% ©0.358%
41 13.312 1879 1885 1890 rVwV 49131 76201 3.53% ©.382%
42 13.367 1890 1894 1897 rVvv2 25206 38854 1.80% 0.195%
43 13.422 1897 1903 1906 rVV 412251 695164 32.20%  3.482%
44 13.453 1906 1908 1914 rVV 364415 528135 24.46% 2.646%
45 13.501 1914 1916 1923 rVB4 17032 24552 1.14% ©.123%
46 13.593 1925 1931 1932 rBV 92862 119938 5.55% ©0.601%
47 13.623 1932 1936 1939 rVwVv2 352797 558380 25.86% 2.797%
48 13.666 1939 1943 1953 rVB3 307379 631841 29.26% 3.165%
49 13.751 1953 1957 1962 rBV2 42586 59844  2.77%  0.300%
50 13.818 1962 1968 1974 rVB 91939 148472 6.88% 0.744%
51 13.885 1974 1979 1981 rBV 159181 234086 10.84% 1.173%
52 13.916 1981 1984 1988 rVV 157192 223526 10.35% 1.120%
53 13.971 1988 1993 1999 rVV 314892 463082 21.45%  2.320%
54 14.032 1999 2003 2006 rvV 16704 29256 1.35% ©.147%
55 14.080 2006 2011 2016 rVB2 87901 141705 6.56% ©0.710%
56 14.154 2016 2023 2027 rVB4 11536 26222 1.21% 0.131%
57 14.215 2027 2033 2038 rBV 68242 109624 5.08% ©.549%
58 14.294 2038 2046 2049 rVV 166668 263982 12.23% 1.322%
59 14.337 2049 2053 2057 rVV 223933 334123 15.47% 1.674%
60 14.379 2057 2060 2064 rVV 76022 106081 4.91% 0.531%
61 14.422 2064 2067 2073 rVV2 38891 56854 2.63% 0.285%
62 14.519 2079 2083 2086 rVV 52288 74497 3.45% 0.373%
63 14.562 2086 2090 2095 rVV2 118289 214420 9.93% 1.074%
64 14.611 2095 2098 2102 rVB 86024 117438 5.44%  ©.588%
65 14.678 2102 2109 2115 rBV3 192918 448228 20.76%  2.245%
66 14.739 2115 2119 2125 rVB 69964 108332 5.02% ©0.543%
67 14.830 2130 2134 2138 rBV2 14446 23244 1.08% 0.116%
68 14.946 2148 2153 2164 rVB2 88558 205963 9.54% 1.032%
69 15.056 2165 2171 2178 rBV2 54275 103467 4.79% 0.518%
70 15.233 2189 2200 2207 rBV 326573 573154 26.55% 2.871%
71 15.342 2207 2218 2223 rVV5 39447 107062 4.96% ©.536%
72 15.397 2223 2227 2230 rVV3 18860 33212 1.54% 0.166%
73 15.434 2230 2233 2241 rVB2 34191 56162 2.60% 0.281%
74 15.525 2241 2248 2256 rBV 45717 90204 4.18% 0.452%
75 15.690 2265 2275 2285 rBV6 22996 85514  3.96% 0.428%
76 15.818 2290 2296 2301 rVV2 22948 45298 2.10% 0.227%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 18 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\82Y081423S.M
Title : SW846 8260
77 15.891 2302 2308 2322 rVB3 23764 59248 2.74% 0.297%

78 16.293 2367 2374 2381 rBV 296046 558498 25.87% 2.798%
79 16.489 2398 2406 2416 rVB 132722 279050 12.92%  1.398%

Sum of corrected areas: 19963364
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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\VY081823\

: VY015199.D

: 18 Aug 2023 16:35

: SY/MD

: 04086-11

: 5.01g/5.2mL/MSVOA_Y/SOIL
. 18

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VY015199.D\data.ms

2.893  3.241 4.704 5.228 6.7¢

5.734

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: VY015199.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.733  71.98 ug/1 1000730 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1790 (12.733 min): VY015199.D\data.ms (-1785) (-~ m/z 105.05 100.00%

106.1
5000
77.0 12.50 13.00
39.0 L) 207.1
0t M OLL m/z 120010 31.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
12.50 13.00
m/z 91.00 12.21%
77.0
O%\5\-‘0\‘\\3\9“.?\‘\\“\‘H\M‘\\‘1\‘H‘H‘\”"\H\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— ]
12.50 13.00
5000 m/z 76.95 11.98%
77.0
39.0
o‘1‘5"?“"“‘mupmM‘“:w‘:‘m,um,mwm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl- — ——
105.0 12.50 13.00
m/z 106.05 8.79%
5000
77.0 ﬁw\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.971 36.50 ug/l 507516 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1829 (12.971 min): VY015199.D\data.ms (-1815) (- m/z 105.10 100.00%
1

05.1
5000

510 70 13.00
b ML) 1220 1560/ 106,96 29.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00
J m/z 77.00 11.95%
77.0
O \]_\5\.0‘\‘\ \3\9“.(\)\‘\5\9‘.9\ T \M‘ T \‘{ T ‘H‘\ \;I\.‘ “2\.(\)\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 /ﬁ
=
13.00
5000 ITI/Z 91.00 11.60%
77.0
ol250 0520 L\ Jz.o S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0 13.00
m/z 79.10 9.39%
5000 j\
77.0
51.0 j\
ol 2O S L azze I
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.623 40.16 ug/l 558380 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 50
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 46
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 45
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 45
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 43
Abundance Scan 1936 (13.623 min): VY015199.D\data.ms (-1932) (- m/z 105.10 100.00%
105.1
5000
134.1 AM s
39.0 578 77‘-0 ‘ | ‘ 1561 13.50 14.00
QSRR PRESY Y i RSB ¥ SOOI MBS m/z 117.05  61.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
5000
91.0 13.50 14.00
51.0 m/z 118.05  34.22%
Ot ‘Z\Ki'(\)\“ T \“} \““H \7\4‘“13 \”\‘” T “‘\ T \“ L B
miz--> 20 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
k\ Aty ‘4V¥J¥
13.50 14.00
5000 m/z 134.05 21.34%
770 134.0
27.0 510 I ‘ ‘
A i VER MRS 1AL S M
mfz--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl- /\AA“ ‘ —
117.0 13.50 14.00
m/z 115.00  21.29%
5000
91.0
51.0 ‘
) L AN e 201 S |
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.971  33.31 ug/l 463082 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 1993 (13.971 min): VY015199.D\data.ms (-1988) (- m/z 119.05 100.00%
1

119.
5000
390 77.0 267.0 14.00
ol b Ll 11559 2069 267.0 /7 134,05  29.02%
miz--> 50 100 150 200 250
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
14.00
m/z 91.00 15.91%
39.0 710‘ ‘
O\\‘\‘\"‘\“\‘”\\’”‘\”‘\\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
e
14.00
5000 m/z 120.05 9.74%
77.0
90 %
miz--> 50 100 150 200 250 A
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- R R S R
119.0 14.00
m/z 105.00 9.56%
5000
39.0 77.0
miz--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.294  18.99 ug/l 263982 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 2046 (14.294 min): VY015199.D\data.ms (-2038) (- m/z 119.10 100.00%

119.1
5000
91.0
390 65.0 14.00 14.50
Ol b i M 129822069 s 134,05 49.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 16.59%
e |l
O \\\‘\‘\\\‘\\w‘\“}‘\\\”‘\\\\‘m\\}“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T —
14.00 14.50
5000 ITI/Z 120.10 9.93%
410 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ‘ VA I
119.0 14.00 14.50
m/z 133.05 9.84%
5000
39.0 o0
Y 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.336  24.03 ug/l 334123 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 2053 (14.337 min): VY015199.D\data.ms (-2049) (- m/z 119.10 100.00%

119.1
5000
290 650 0 14.00 14.50
0 i) L 207.0 P
R B L R B R m/z 134.05 47.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.00 14.50
910 m/z 91.00 15.00%
41.0 '
O \]-\5\9\‘\\\“‘\\‘\\6‘5\\0\\“\\‘\\“\‘\\‘\"‘\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
i T
14.00 14.50
5000 m/z 120.05 10.99%
390 91.0
150 0 090, /-
0‘“_‘Hﬂ‘ﬂ‘MM‘w‘H“H‘M‘HM‘H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- | /\ s
119.0 14.00 14.50
m/z 117.05 8.70%
5000
91.0
39.0 650 |
Y N Y P O A —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35

Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
: 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 3-Phenylbut-1-ene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.678  32.24 ug/l 448228 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 86
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 74
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 50

Abundance Scan 2109 (14.678 min): VY015199.D\data.ms (-2102) (-
117.0

m/z 117.00 100.00%

5000
134.1
91.0
39.0 65.0 14.50 15.00
I N i uw‘m el Pl 1820 h/p 110,05 04.78%
miz--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
11y.0
5000
14.50 15.00
91.0 m/z 134.05 36.89%
39.0 ‘ :+‘
65.0
Ot \\‘\‘\ T \“ T \““\ “r“\ T ih“ -l “M\ T H‘ \11‘\‘3\.?\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
14.50 15.00
5000 ITI/Z 114.95 36.11%
91.0
39.0 65.0
NIELL N Y Y IS I - L
miz--> 20 40 60 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- — —
117.0 14.50 15.00
m/z 132.05 32.89%
5000
91.0
27.0 o1.0 133.0
o u“u A p‘l‘?ﬁﬂh ey “‘1“ : !“ Y1 [ S AN
m/z--> 20 60 80 100 120 140 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15199.D

Acqg On : 18 Aug 2023 16:35
Operator : SY/MD

Sample : 04086-11

Misc : 5.01g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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|
Benzene, 1l-ethy... 12.733 72.0 ug/l 1000730 4 13.428 695164 50.0
Benzene, 1l-ethy... 12.971 36.5 ug/l 507516 4 13.428 695164 50.0
Benzene, cyclop... 13.623 40.2 ug/l 558380 4 13.428 695164 50.0
Benzene, 1-ethy... 13.971 33.3 ug/l 463082 4 13.428 695164 50.0
Benzene, 1,2,3,... 14.294 19.0 ug/l 263982 4 13.428 695164 50.0
Benzene, 1,2,3,... 14.336 24.0 ug/l 334123 4 13.428 695164 50.0
3-Phenylbut-1-ene 14.678 32.2 ug/l 448228 4 13.428 695164 50.0
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