Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

. 20

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDe61422\
: VDO73576.D

: 14 Jun 2022 18:34

: VA/SY

: N3293-06

5.02G/5.00m1/MSVOA_D/SOIL

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D060922S.M
Title : SW846 8260
Signal : TIC: VDO73576.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
min  scan scan scan TY height area % max total
1 2.485 990 96 107 rBV 627099 1029168 1.21% ©0.105%
2 4.021 347 357 368 rBvV 354974 959893 1.13% 0.097%
3 4.150 368 379 399 rVB 754061 2098758 2.47% 0.213%
4 6.932 837 852 865 rBV2 994918 2770335 3.27% 0.281%
5 9.420 1267 1275 1287 rVB 5103293 9753017 11.50% 0.991%
6 10.332 1420 1430 1436 rBV 817420 1563879 1.84% 0.159%
7 10.514 1454 1461 1468 rVB 564190 1030865 1.22% 0.105%
8 10.632 1470 1481 1493 rBV5 293018 1017522 1.20% 0.103%
9 10.744 1493 1500 1509 rBV2 417257 924132 1.09% 0.094%
10 11.079 1546 1557 1567 rBV 9459616 16522126 19.48% 1.678%
11 11.420 1606 1615 1626 rVB4 1376070 3487255 4.11% 0.354%
12 11.520 1626 1632 1637 rBV 1364034 2067927 2.44% 0.210%
13 11.632 1646 1651 1657 rBV 572053 969090 1.14% 0.098%
14 11.732 1662 1668 1672 rBV 1220641 2121155 2.50% 0.215%
15 11.844 1677 1687 1697 rVV3 9739130 21537254 25.39%  2.187%
16 11.920 1697 1700 1707 rVB2 936097 1564766 1.84% 0.159%
17 12.167 1730 1742 1750 rBV2 3655936 11324465 13.35% 1.150%
18 12.261 1750 1758 1762 rVB 2989754 4906269 5.78% 0.498%
19 12.344 1762 1772 1774 rBV3 2614924 5222071 6.16% 0.530%
20 12.379 1774 1778 1788 rVV5 2838343 7411514 8.74% 0.753%
21 12.467 1788 1793 1796 rVV2 1308046 2613821 3.08% 0.265%
22 12.549 1797 1807 1809 rVV2 4331014 10927802 12.88% 1.110%
23 12.573 1809 1811 1816 rVB 4515855 5496574 6.48% ©0.558%
24 12.626 1816 1820 1822 rBV2 961253 1486677 1.75% 0.151%
25 12.655 1822 1825 1830 rVV 3640046 5241496 6.18% 0.532%
26 12.708 1830 1834 1838 rVV3 907819 1230682 1.45% 0.125%
27 12.802 1843 1850 1855 rVB2 2989210 6338112 7.47% 0.644%
28 12.873 1855 1862 1865 rBV 9574689 17211331 20.29% 1.748%
29 12.938 1865 1873 1880 rVV3 34156066 61434537 72.42% 6.240%
30 12.996 1880 1883 1888 rVB2 3557548 5365711 6.33% 0.545%
31 13.108 1888 1902 1906 rBV2 6606990 19732531 23.26% 2.004%
32 13.173 1909 1913 1919 rVB2 10018764 16027271 18.89% 1.628%
33 13.255 1919 1927 1932 rBV 17854734 30842486 36.36% 3.133%
34 13.302 1932 1935 1939 rVV 2103357 2945262 3.47% 0.299%
35 13.355 1939 1944 1946 rVV3 2648849 4315819 5.09% 0.438%
36 13.385 1947 1949 1953 rVB2 2915339 3454952 4.07% 0.351%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D060922S.M
Title : SW846 8260

37 13.449 1953 1960 1964 rBV4 10056113 20046982 23.63% 2.036%
38 13.496 1964 1968 1971 rVV2 8909311 14139720 16.67% 1.436%
39 13.526 1971 1973 1976 rVV 5784052 8027410 9.46%  0.815%
40 13.561 1976 1979 1982 rVV 9275736 14219281 16.76% 1.444%

41 13.591 1982 1984 1988 rVV 7228784 9402030 11.08% 0.955%
42 13.632 1988 1991 1996 rVB 8415378 11226994 13.23% 1.140%
43 13.755 2008 2012 2016 rBV2 10179007 14725017 17.36% 1.496%
44 13.796 2016 2019 2028 rVB4 7632808 18011440 21.23%  1.829%
45 13.885 2028 2034 2039 rBV 53022768 84829638 100.00%  8.616%

46 13.926 2039 2041 2044 rBV2 1860976 2381644  2.81% 0.242%
47 14.044 2054 2061 2066 rBV4 7997141 15624032 18.42%  1.587%
48 14.102 2067 2071 2075 rVB 9436906 13855722 16.33% 1.407%
49 14.143 2075 2078 2084 rVB3 6783675 11514011 13.57% 1.169%
50 14.208 2084 2089 2095 rBV3 12754186 22193112 26.16% 2.254%

51 14.273 2095 2100 2106 rBV6 5343285 10584056 12.48% 1.075%
52 14.396 2106 2121 2125 rBV6 21360723 65238121 76.90% 6.626%
53 14.438 2125 2128 2131 rBV4 4696546 5211051 6.14% ©.529%
54 14.508 2136 2140 2144 rBV2 11241057 15353341 18.10% 1.559%
55 14.555 2144 2148 2153 rVB4 8924018 13845622 16.32% 1.406%

56 14.614 2153 2158 2161 rBV2 5346554 9055987 10.68% 0.920%
57 14.649 2161 2164 2168 rVV 4872766 6481158 7.64%  0.658%
58 14.702 2168 2173 2174 rVV 7639945 12134018 14.30% 1.232%
59 14.738 2174 2179 2185 rVV2 38303184 63315853 74.64% 6.431%
60 14.814 2185 2192 2196 rVV4 19826619 45198353 53.28%  4.591%

61 14.855 2196 2199 2207 rVB4 15050671 30313178 35.73% 3.079%
62 14.967 2214 2218 2225 rVB 10641057 20306133 23.94% 2.062%
63 15.073 2232 2236 2241 rVB4 5971753 9282962 10.94% 0.943%
64 15.185 2249 2255 2261 rBV5 5686305 14795666 17.44%  1.503%
65 15.349 2277 2283 2291 rBV5 6845242 15512129 18.29% 1.575%

66 15.438 2294 2298 2303 rVB 4451400 6870780 8.10% 0.698%
67 15.490 2303 2307 2311 rBV2 4434850 7997961 9.43% 0.812%
68 15.579 2317 2322 2331 rVB3 12571867 25250650 29.77% 2.565%

69 15.679 2331 2339 2347 rVV4 4509629 12892557 15.20%  1.309%
70 15.755 2348 2352 2360 rVB5 2561964 5267965 6.21% ©.535%
71 15.890 2370 2375 2384 rVB 8749270 17472827 20.60% 1.775%
72 16.202 2422 2428 2435 rBV 3460097 7020018 8.28% 0.713%
73 16.402 2457 2462 2469 rVB 2868568 5968799 7.04% 0.606%
74 16.473 2469 2474 2480 rBvV2 1518531 2991419 3.53% 0.304%
75 16.685 2502 2510 2517 rBv4 1048357 3084630 3.64% ©.313%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S .M
Title : SW846 8260

Sum of corrected areas: 984588792
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\

: VDO73576.D

: 14 Jun 2022 18:34

: VA/SY

: N3293-06

: 5.02G/5.00m1/MSVOA_D/SOIL
. 20

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S .M

. SW846 8260

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

Abundance

5e+07

4e+07

3e+07

2e+07

1e+07

0

2.485

TIC: VD073576.D\data.ms

4.024.150

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 6.80

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

.932

TIC: VD073576.D\data.ms

9.420

11.079

11.¢

Time-->

0*

—
7.00

—
9.00

T
9.50 10.00

\
10.50

10.3320.914882744

11.00

I ““%@@Z

11.50

Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

Time-->

13.

12.938

TIC: VD073576.D\data.ms
B85

14.738

1

14.396 .814

14@4492081 f i
-5 4 27

— 1310. : V
920 N\ U PR

579

15.890

ll“ My
l 5.679
A Ln k 5

16.20
A,%“é§5%6£@5

T T N
12.00 12.50 1300 1350

T ‘ T T ‘ T
14.00 14.50

T ‘ T
15.00

T ’ T
15.50

T ‘ T
16.00

T ‘ T
16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDe61422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34

Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 1 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.079 852.46 ug/l 16522100 Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 93
2 Glutaraldehyde 100 C5H802 000111-30-8 43
3 2,2-Dimethyl-3-hydroxypropionald... 182 C5H1002 000597-31-9 32
4 Urea, trimethyl- 102 C4H1eN20 000632-14-4 32
5 Butanal 72 C4H80 000123-72-8 27

Abundance Scan 1557 (11.079 min): VD073576.D\data.ms (-1546) (- | m/z 44.05 100.00%
44.0
5000
72.1
T T
‘ | ‘ ‘ 11.00
Obrerrrrrolllll L 991 12611490 2071 po 5619 95.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: Hexanal
56.0
5000 ‘11\00‘ \
29.0 :
‘ 82.0 m/z 41.10 86.36%
O\\\‘\‘l\\‘ \‘\h“\‘\‘\\“\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
=T 1
11.00
5000 m/z 57.05 67.83%
72.0
0 15.0 100.0
e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4890: 2,2-Dimethyl-3-hydroxypropionaldehyde el ‘
56.0 11.00
29.0 m/z 43.05 63.62%
5000
84 ﬁ/\/L
Ol el e A N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

82D060922S.M Wed Jun 15 14:02:33 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Octane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.420 179.92 ug/1 3487260  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 50
3 Hexadecane 226 C16H34 000544-76-3 50
4 Octane 114 C8H18 000111-65-9 47
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 47
Abundance Scan 1615 (11.420 min): VD073576.D\data.ms (-1606) (- m/z 43.10 100.00%
5000 71.1
L | e
0 H‘_‘H‘mwuwuu‘H‘w‘H‘_J‘W‘H‘M‘H‘H‘w“u‘u“ m/z 57.10 54.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14530: Octane, 2-methyl-
43.0
5000 JJ\
11.50
710 m/z 71.10  44.50%
L] s
O\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
A,
——
71.0 11.50
5000 m/z 41.10 42 .46%
101.0
Ot At M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0 11.50
m/z 85.15 33.05%
5000 85.0
29.0
oL 180 1410 1690 17,0 2260 NI\
‘H‘H“_““H‘_"w‘H“H‘w“u‘u“_‘u“u‘_“‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Octane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.261 253.14 ug/1 4906270  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 80
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 50
Abundance Scan 1758 (12.261 min): VD073576.D\data.ms (-1750) (- | m/z 57.10 100.00%
57.1
5000
“r MMM
113.2 — =
85.2 1423 12.00 12.50
O bl il e Y mjz 71,15 65.43%
miz-> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 — ~
12.00 12.50
113.0 m/z 43.10 49.76%
‘ ‘ ‘ 85.0 ‘
O\ \J-\S\.O‘\‘\ L “i T \“ “ T \‘M T ‘ }‘\ T ‘ L ! T ‘ L \]\.4‘2\'0\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
—rL =
12.00 12.50
5000 m/z 41.10 35.94%
41.0
113.0
0 25.0 85.0 142.0
e e T
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- T T
57.0 12.00 12.50
m/z 56.10 31.65%
5000 41,0
113.0
LI | O - M -2 | . VYA
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 unknownl2.344 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.344 269.43 ug/l 5222070 Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedial 114 CeH1002 001072-21-5 35
2 1,6-Heptadiene, 2,3,6-trimethyl- 138 C10H18 074421-35-5 30
3 2-n-Butylacrolein 112 C7H120 001070-66-2 30
4 1-Decene 140 C1OH20 000872-05-9 25
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 25
Abundance Scan 1772 (12.344 min): VD073576.D\data.ms (-1762) (- m/z 57.10 100.00%
41.1 57.1
81.1
5000 96.2
o =
0 m_m“‘“uu“m‘ “““‘Hm“ o LTS myz 41.18 95.74%
m/z--> 20 40 60 80 100 120 140
Abundance #8104: Hexanedial
70.0
41.0
5000 P —
96.0 12.00 12.50
' m/z 70.10 92.88%
%0
O T \ﬂ\‘\ \“l \‘\H\h‘i “\H\‘\ \“M\‘\ \‘\H‘ \1\1\2-\0‘ L B
miz-> 20 40 60 80 100 120 140
Abundance
41.0 70.0
= ——
12.00 12.50
5000 m/z 55.10 90.83%
95.0 1
0 26.0 3'0138.0
— T e e e
miz--> 20 40 60 80 100 120 140
Abundance #7345: 2-n-Butylacrolein —_— T
41.0 12.00 12.50
97.0 a
81.0 m/z 81.10 79.42%
5000
56.0
00 | il
0 ““‘ﬂ J\‘”$L‘MM‘JQJ‘u”“1ﬁ%p e o —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 3,3-Dimethylcyclohexanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.379 382.40 ug/l 7411510  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylcyclohexanone 126 C8H140 002979-19-3 50
2 2-Pyrazoline, 1-methyl-4-propyl- 126 C7H14N2 033063-77-3 50
3 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 43
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 43
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 43
Abundance Scan 1778 (12.379 min): VD073576.D\data.ms (-1774) (- | m/z 83.10 100.00%
55.1
5000
126.2
= —
‘ ‘ ‘ 12.00 12.50
Ob e e m/z s55.10  53.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13042: 3,3-Dimethylcyclohexanone
83.0
5000 55.0 T R
126.0 12.00 12.50
m/z 41.10  38.23%
zo | ||
O \\\‘\\\\‘\\\‘\“\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance
83.0
— ——
12.00 12.50
5000 m/z 82.10 35.22%
42.0
126.0
Ot e et e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #214445: Oxalic acid, cyclohexyl decyl ester - T
83.0 12.00 12.50
m/z 69.10 30.46%
5000 55.0 M
o B0 amo amso i
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Heptane, 2,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.550 563.82 ug/l 10927800  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
2 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 58
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 53
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 50
Abundance Scan 1807 (12.549 min): VD073576.D\data.ms (-1797) (- m/z 57.10 100.00%
57.1
5000
411
98.2
12.50
142.3
owwmwem‘w, err | 12628423 0 4310 67.00%
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000
12.50
41.0 m/z 70.10 44.98%
‘ 99.0
O\\\\‘Z\Sl\d)\\“M\\‘}"\\‘\\8‘3\.0\\\“‘\\\\’\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
1 \
12.50
5000 m/z 71.10 43.50%
41.0
99.0
ol_15.0 83.0 126.0142.0
T T T e
miz--> 20 40 60 80 100 120 140 M
Abundance #22076: Nonane, 4-methyl- A
57.0 12.50
m/z 41.10 32.40%
5000
410 98.0
o150 | ‘\1‘, Aegzp | 12601020 —
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.885 298.29 ug/l 84829600 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
4 Octane, 2-methyl- 128 C9H20 003221-61-2 62
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 59
Abundance Scan 2034 (13.885 min): VD073576.D\data.ms (-2028) (- | m/z 57.15 100.00%
57.1
— ——
l ‘ 98.2 138.2 13.50 14.00
ol w‘ e A, | 2703 m/z 43.10  86.30%
m/z--> 100 150 200 250
Abundance #33080: Undecane
57.0
5000 — —
13.50 14.00
m/z 71.15 61.63%
98.0 156.0
01\4..\()“\ H‘ ‘h‘\ “!‘ \“ T H’ \H T ‘\ T "\ T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
— —
13.50 14.00
5000 m/z 41.10 57.96%
. 90 1410 1980
— 7
m/iz--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro- — —
57.0 13.50 14.00
m/z 85.20 39.76%
5000
91.0
o260 | | 111,180 1150 arroospozmmc )l L
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Naphthalene, decahydro-2-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.396 229.40 ug/l 65238100 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 46
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 43
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 43
5 Camphor 152 C10H160 000076-22-2 43
Abundance Scan 2121 (14.396 min): VD073576.D\data.ms (-2106) (- | m/z 83.20 100.00%
55.1 83.2
152.3
5000
— ——
‘ 110.2 14.00 14.50
0 Mol g Ll 1824 2081 s 16 92.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — —
14.00 14.50
109.0 m/z 82.10 85.58%
O' }\‘\H\“\\M\\‘h\\\"\\\‘\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 81.0
— ——
152.0 14.00 14.50
5000 m/z 41.10 77 .88%
109.0
ol Wl L 3800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29500: Decalin, anti-1-methyl-, cis- — —
41.0 81.0 14.00 14.50
m/z 81.10 73.81%
5000 152.0
109.0
o po | S
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_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.738 222.64 ug/l 63315900 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 80
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80

Abundance Scan 2179 (14.738 min): VD073576.D\data.ms (-2174) (- | m/z 57.15 100.00%
7.1

5
5000

119.2 S
‘ 170.3 14.50 15.00
N

86.2 :
ol ‘L“ Ao b 28 myz 43010 82.26%

m/z--> 50 100 150 200 250
Abundance #45480: Dodecane
57.0

5000

m/z 71.15 65.29%

270 | | *%270 1700
R R e S e o 1“\ R S
m/z--> 50 100 150 200 250
Abundance

57.0

5000 m/z 41.10 48.11%
97.0
oL 270 126.0155.0 196.0 241.0
T e
miz--> 50 100 150 200 250
Abundance #143304: Carbonic acid, dodecyl vinyl ester — ——
57.0 14.50 15.00

m/z 85.20 40.63%

5000
97.0
210} L h M\M 126.0 1680 2130
alfi Al ‘ I It }

— :
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_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.814 158.93 ug/1 45198400 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 87
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
Abundance Scan 2192 (14.814 min): VD073576.D\data.ms (-2185) (- | m/z 117.20 100.00%
11y.2
5000
55.1 QlT
14.50 15.00
Y I— u‘w‘w Al ‘ Lo M, o “”‘1“"’% 2 1803 2070 ;135 20 36.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 - v
14.50 15.00
m/z 115.10 29.03%
390 g50 91.0 ‘ ‘
0 \\\‘\‘\\\‘\\“”\“‘U\\\“‘\\‘\\‘W\\U’\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
— 1
14.50 15.00
5000 m/z 97.20 26.85%
91.0
51.0
27.0
O el eyl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene “ T
117.0 14.50 15.00
m/z 119.15 26.17%
0 A e - AL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061422\
Data File : VD@73576.D

Acqg On : 14 Jun 2022 18:34
Operator : VA/SY

Sample : N3293-06

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060922S.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|
Hexanal 11.079 852.5 wug/l 16522100 3 11.632 969090 50.0
Octane, 2-methyl- 11.420 179.9 ug/l 3487260 3 11.632 969090 50.0
Octane, 2,6-dim... 12.261 253.1 ug/l 4906270 3 11.632 969090 50.0
unknownl2.344 12.344 269.4 ug/l 5222070 3 11.632 969090 50.0
3,3-Dimethylcyc... 12.379 382.4 ug/l 7411510 3 11.632 969090 50.0
Heptane, 2,3,4-... 12.550 563.8 ug/l 10927800 3 11.632 969090 50.0
Undecane 13.885 298.3 ug/l 84829600 4 13.561 14219300 50.0
Naphthalene, de... 14.396 229.4 ug/l 65238100 4 13.561 14219300 50.0
Dodecane 14.738 222.6 ug/l 63315900 4 13.561 14219300 50.0
1H-Indene, 2,3-... 14.814 158.9 ug/1l 45198400 4 13.561 14219300 50.0
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