LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D050124S.M

Title : SW846 8260

Signal : TIC: VDO78876.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.746 19 27 39 rBV 588049 958359 100.00% 12.339%
2 4.269 449 456 464 rBv3 4108 10711 1.12% 0.138%
3 4.799 536 546 561 rVB2 20493 61256 6.39% ©.789%
4 7.804 1046 1057 1063 rBV 118029 283731 29.61% 3.653%
5 7.875 1063 1069 1079 rVB 133230 300019 31.31% 3.863%

6 8.228 1120 1129 1141 rBV2 77906 177568 18.53%  2.286%
7 8.775 1213 1222 1233 rBV = 269480 540500 56.40% 6.959%
8 10.269 1468 1476 1486 rBV 454024 790875 82.52% 10.182%
9

11.369 1653 1663 1673 rVB8 8883 21887 2.28% 0.282%
10 11.469 1673 1680 1690 rBvV4 6341 11864 1.24% 0.153%
11 11.581 1690 1699 1708 rBV 408320 681255 71.09% 8.771%
12 11.798 1725 1736 1745 rBV5 43197 94502 9.86% 1.217%
13 12.016 1769 1773 1779 rBV3 5899 9718 1.01% ©0.125%
14 12.092 1779 1786 1794 rBV5 17010 42351 4.42%  ©.545%
15 12.210 1801 1806 1811 rVB 14129 21768 2.27% ©.280%
16 12.287 1811 1819 1822 rBV7 7674 17380 1.81% 0.224%
17 12.340 1822 1828 1837 rVV5 15494 37255 3.89% ©0.480%
18 12.498 1844 1855 1858 rVV5 26859 75120 7.84% 0.967%
19 12.528 1858 1860 1862 rVV 32442 37931 3.96% 0.488%
20 12.575 1862 1868 1873 rVV 310425 530429 55.35% 6.829%
21 12.610 1873 1874 1880 rVwV 31264 35319 3.69% ©.455%
22 12.740 1892 1896 1902 rVB5 6879 13213 1.38% ©0.170%
23 12.816 1904 1909 1914 rBV7 5179 11169 1.17% 0.144%
24 12.892 1914 1922 1928 rVV2 153968 239074 24.95% 3.078%
25 12.951 1928 1932 1937 rVB5 15667 24914 2.60% 0.321%
26 13.039 1944 1947 1952 rVB6 9100 11256 1.17% 0.145%
27 13.092 1952 1956 1958 rVVv4 12840 19507 2.04%  ©0.251%
28 13.128 1958 1962 1968 rVB4 25067 38970 4.07% 0.502%
29 13.187 1970 1972 1979 rVB5 7667 11341 1.18% ©0.146%
30 13.257 1979 1984 1990 rBV6 12028 19486 2.03% 0.251%
31 13.410 2001 2010 2013 rBV5 21137 48808 5.09% ©0.628%
32 13.451 2013 2017 2020 rVv2 20974 37455 3.91% 0.482%
33 13.516 2020 2028 2037 rVV 435543 730917 76.27%  9.410%
34 13.592 2037 2041 2048 rVWVW5 21892 45170 4.71% ©.582%
35 13.839 2078 2083 2088 rBV 106866 159161 16.61% 2.049%

36 13.881 2088 2090 2094 rvv4 10511 14129 1.47%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D050124S.M
Title : SW846 8260
37 13.945 2094 2101 2106 rvv9 7929 17325 1.81% 0.223%
38 14.004 2106 2111 2113 rVvV5 8536 13613 1.42% 0.175%
39 14.051 2116 2119 2125 rVB7 7104 11983 1.25% 0.154%
40 14.104 2125 2128 2134 rVB4 9551 14192 1.48% 0.183%
41 14.163 2134 2138 2144 rBV6 5486 9635 1.01% 0.124%
42 14.228 2144 2149 2155 rBV5 8461 17636 1.84% 0.227%
43 14.357 2161 2171 2176 rBV5 30225 85233 8.89% 1.097%
44 14.398 2176 2178 2186 rVB4 20651 28056 2.93% 0.361%
45 14.469 2186 2190 2194 rBv4 17841 27106  2.83% 0.349%
46 14.510 2194 2197 2201 rVB5 13491 17167 1.79% 0.221%
47 14.569 2203 2207 2212 rVB6 10827 19137 2.00%  0.246%
48 14.622 2212 2216 2221 rBvV8 4384 9858 1.03% 0.127%
49 14.698 2223 2229 2235 rBV 152920 220704 23.03% 2.841%
50 14.769 2237 2241 2244 rBV5 19779 31335 3.27% 0.403%
51 14.816 2244 2249 2256 rVB3 48636 85259 8.90% 1.098%
52 14.892 2258 2262 2265 rVB6 10949 15494 1.62% 0.199%
53 14.939 2266 2270 2280 rVB6 15277 41637 4.34% 0.536%
54 15.034 2283 2286 2290 rVB5 12064 15753 1.64% 0.203%
55 15.134 2297 2303 2308 rBV5 23599 45683 4.77% ©.588%
56 15.186 2308 2312 2315 rVW4 21369 36369 3.79% 0.468%
57 15.228 2315 2319 2326 rVB6 45075 90436 9.44% 1.164%
58 15.298 2326 2331 2338 rBV3 67966 118050 12.32% 1.520%
59 15.375 2338 2344 2345 rBV5 13643 22435 2.34% 0.289%
60 15.528 2365 2370 2378 rVB 187915 278853 29.10%  3.590%
61 15.604 2379 2383 2384 rVV4 9217 13087 1.37% 0.168%
62 15.645 2384 2390 2395 rVvVl1e 20781 53172 5.55% 0.685%
63 15.704 2395 2400 2405 rVB7 20449 41784 4.36% 0.538%
64 15.969 2443 2445 2450 rBV7 9094 13784 1.44% 0.177%
65 16.063 2457 2461 2462 rBv4 10973 14053 1.47% 0.181%
66 16.116 2466 2470 2471 rBV3 9642 13573 1.42% 0.175%
67 16.192 2478 2483 2490 rVB8 15819 33953  3.54% 0.437%
68 16.257 2490 2494 2501 rVB5 20458 41475 4.33% 0.534%
69 16.469 2521 2530 2535 rBV 52672 104973 10.95% 1.351%

Sum of corrected areas: 7767171
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.M
Quant Title : SW846 8260

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

Abundance TIC: VD078876.D\data.ms
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Abundance TIC: VD078876.D\data.ms
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Abundance TIC: VD078876.D\data.ms

T \
10.00 10.50

500000

13.516

400000

12.575

300000

200000

100000

T ‘ T ‘ T T ‘ T T ‘ T
12.50 15.50 16.00 16.50

82D050124S.M Wed May 08 15:26:58 2024 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 Nonane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.798 6.94 ug/1 94502  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 72
2 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 53
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 50
5 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 47
Abundance Scan 1736 (11.798 min): VD078876.D\data.ms (-1725) (- m/z 43.10 100.00%
85.1
5000
70.1
A Ll
128.1 11.50 12.00
‘\ H‘ T I SN g
ottt Wy g e e e m/z 57.10 84.74%
m/z--> 20 40 60 80 100 120 140
Abundance #14520: Nonane
43.0 M
5000 ’A‘[\WM‘ A
11.50 12.00
85.0 m/z 41.85 63.75%
27‘0 700 ‘ 1260
O\\\‘\‘\\\“‘}\\‘!“\\“\\‘1\\19“0-\0\\\’\}.\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0 /W\M
850 FIY.PRATE AL
11.50 12.00
5000 m/z 85.10 59.47%
27.0 ‘ 69.0 ‘
b bl i 1000 12701420
miz--> 20 40 60 80 100 120 140 A )\
Abundance #14555: Heptane, 2,4-dimethyl- 4 - ] A
43.0 11.50 12.00
m/z 55.10 43.88%
5000
85.0
27.0
H ‘ 70.0
ol el LT L msowso o MAJL W T
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 Decane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.892 16.35 ug/l 239074  1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 93
2 Decane, 1,1'-oxybis- 298 (C20H420 002456-28-2 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Dodecane 170 C12H26 000112-40-3 53
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53

Abundance Scan 1922 (12.892 min): VD078876.D\data.ms (-1914) (- | m/z 57.10 100.00%

o

57.1
5000 M
071 1250 5.300
1421
— H A h“ww‘ H“‘ o 3e m/z 43.05 82.88%
miz--> 50 150 200 250
Abundance #22066:Decane
57.0
5000 /IM“ ‘
12. 50 13. OO
m/z 41.05 48.33%
99.0 142.0
0140 H“h\“!‘ \“‘\ “‘ e \“ L B B
miz--> 50 100 150 200 250
Abundance #197437: Decane, 1,1'-oxybis-
57.0
— —r=
12.50 13.00
5000 m/z 71.10 47 .93%
1120
15-0‘\‘ ik \“ ‘ 1710 2130 255.0 296
e ‘ “‘ B e
miz-> 50 150 200 250 M
Abundance #14544: Heptane, 2,4-dimethyl-

43.0 12. 50 13 00
m/z 55.05 31.94%

5000 85.0 J\\Jm\/
) o b,

miz--> 50 100 150 200 250 12:50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.839 10.89 ug/l 159161 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
3 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 50
4 Hexadecane 226 C1l6H34 000544-76-3 50
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
Abundance Scan 2083 (13.839 min): VD078876.D\data.ms (-2078) (- | m/z 57.10 100.00%
57.1
5000
sed AJ%AJ\MMWAW/AmAﬁJVA
39
112.1 138.1156.1 13 50 14. 00
0 A ST L U T m/z 43.85 80.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
o N
85.0 1350 1400
20.0 m/z 41.10 59.53%
‘ ‘ 113.0 156.0
O\\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
— —
71.0 13.50 14.00 )
5000 m/z 71.10 58.88%
97.0 126.0
- \M “;H_ 0 R Y £ 11
m/iz--> 20 40 60 80 100 120 140 160 ’J\/M
Abundance #91856: Carbonic acid, octyl prop-1-en-2-yl ester
57.0 1350 1400
m/z 85.10 35.96%
5000
A ‘ 830 1120 /f\j\/\
MO0 SN 7
m/z--> 20 40 60 80 100 120 140 160 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.698 15.10 ug/l 220704 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 59
5 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 50

Abundance Scan 2229 (14.698 min): VD078876.D\data.ms (-2223) (- m/z 57.10 100.00%

57.1
5000
85.1
T

122 1702 14.50 15.00
0 ‘mwWNHW‘H‘_%49?‘_JH_‘H‘HH‘H‘WH‘W m/z 43.10  69.46%
m/z--> 20 40 60 80 100120 140160180 200 220 240
Abundance #45478: Dodecane
57.0
5000 A e
85.0 14.50 15.00

m/z 71.10 60.23%

29.0
||| 112014101700
\\\‘\\H‘\\\\‘\\\\“\H\‘\\\\‘\‘\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160 180200 220 240
Abundance #107220: Hexadecane
57.0
e

14.50 15.00
5000 85.0 m/z 41.05 38.58%

o

H‘Mu\m \ﬂ30M10m90w70260

m/z--> 20 40 60 80 100 120 140160 180 200 220 240

Abundance #141076: Pentadecane, 2,6,10-trimethyl- : : ——
57.0 14.50 15.00

m/z 85.10  35.54%

o
N
©
o

5000
85.0

113.0
I \‘ | 71410 183.02110239.0 A

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ UL L

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 Undecane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.816 5.83 ug/l 85259 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 70
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 62
4 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 53
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 50
Abundance Scan 2249 (14.816 min): VD078876.D\data.ms (-2244) (- | m/z 57.10 100.00%
57.1
- WJL\\J\M
98.1 [N R
L Lso1 166.2 1450 15.00
0yt il A 389E, L2071 T 10 4s.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 e _—
14.50 15.00
m/z 43.10 39.14%
20.0 ‘ 98.0
0\\\\‘\”‘\\“‘\\\‘ “\\H}\“U\\\““\\1‘\‘\\]\-\4.‘1-\.\0\\‘\\\]\-‘8\4\.(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
i o
14.50 15.00
5000 m/z 41.10 34.42%
Obrrrrr et bl b 1400 1880
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl- % —
57.0 14.50 15.00
m/z 55.10 32.78%
- W
29.0 112.0
e e 150 S0 1410 1690 W) T
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_D\Data\VD@50724\
Data File : VD@78876.D

Acqg On : 07 May 2024 13:21

Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.M
. SW846 8260

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 7 unknownl5.228 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.228 6.19 ug/1 90436  1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43
2 10-Methylnonadecane 282 C20H42 056862-62-5 38
3 Cyclohexane, isothiocyanato- 141 C7H11NS 001122-82-3 38
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 38
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 27

Abundance Scan 2319 (15.228 min): VD078876.D\data.ms (-2315) (- | m/z 83.10 100.00%
43.0 831
5000
— —
126.0‘ 16‘8'2 206.9 15.00 15.50
0 A O | m/z 43.05 99.38%
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 po =
15.00 15.50
m/z 71.10 92.80%
99.0 154.0
05— ‘\“ “‘\ ”H‘ \‘H‘\ h“ \h‘ it ‘h\ h\ \1\97‘0\ \2\3\9? T 2\8\1\0|
miz-> 50 100 150 200 250
Abundance #176388: 10-Methylnonadecane
57.0
e ==
15.00 15.50
5000 ITI/Z 57.15 80.11%
99.0 154.0
)
0_‘7\\‘20\““‘\‘ \H\ ‘\H\‘\‘\“ - ‘\‘ —— ‘2‘67"0‘ —
m/iz--> 50 100 150 200 250
Abundance #21857: Cyclohexane, isothiocyanato- T =
55.0 141.0 15.00 15.50
m/z 85.15 65.61%
5000
85.0
ob bl 1o SV b
m/z--> 50 100 150 200 250 15.00 15.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\

. VDo78876.D

. 07

May 2024 13:21

: RP/MD
: P2312-02
: 5.69G/5m1/MSVOA_D/SOIL/A

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.M
. SW846 8260

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 Hexadecyl octyl ether Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.208  8.08 ug/l 118050  1,4-Dichlorobenzene-d4  13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 Coatse0 1000406-38-6 80

1010309-19-2 72
1000309-19-3 72

2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
Abundance Scan 2331 (15.298 min): VD078876.D\data.ms (-2326) (- | m/z 57.10 100.00%
57.1
- ij
o )
‘ 11‘3 1 551 1652 15.00 15.50
Ot Al 1832 gz 7110 79.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #264243: Hexadecyl octyl ether
57.0
5000 S e
83.0 15.00 15.50
m/z 43.10 52.21%
290 111.0
obdh ‘ || ,141.0 169.0 196.0 225.0
‘\\\\‘\\\‘\ \‘\\\\‘\\\\’11\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
e =
15.00 15.50
5000 ITI/Z 41.10 42.11%
290‘ ‘ 870 113.0
0 _“w“ﬂuum‘ﬂ“w"“,NH‘_“w“u‘u“_“w“u‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester — ——
57.0 15.00 15.50
m/z 56.05 34.58%
5000
29.0 85.0 113 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.528 19.08 ug/l 278853 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Octane, 2,3,3-trimethyl- 156 C1l1H24 062016-30-2 78
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 72
Abundance Scan 2370 (15.528 min): VD078876.D\data.ms (-2365) (- | m/z 57.10 100.00%
57.1
1550 |
8.1 184.2 :
141.1
0 “‘H‘” W m”‘”‘u“ —_—r m/z 43.05 73.51%
miz-> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
5000 j '
15.50
m/z 71.15 65.56%
017670‘\ ‘\“ ‘H“\ !‘ “‘ H \H \%4\1- ‘0\ ]\-8\4\0‘ L ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
T \
15.50
5000 m/z 85.05 46.02%
99.0
oo L Ll 10 tes0 260
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester =
57.0 15.50
m/z 41.05 44.75%
h NM&M
ol LU u\ | 1410 1820 2520 325 -
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.469 7.18 ug/1 104973  1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2530 (16.469 min): VD078876.D\data.ms (-2521) (- | m/z 57.10 100.00%
57.1

N

5000 85.1
G
1272 108.3 16.2016.40 16.60
0+ m/z 43.05 69.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74006: Tetradecane
57.0
5000 LANLL L L L B L B |
85.0 16.2016.40 16.60
29.0 m/z 71.10 66.02%
O ‘\‘ ‘ ‘\ H‘ I MH\ “\ \“11\\3.()\\149"0169'0 19\8.0
\H‘Hf\‘\\\ ‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
R N R
16.2016.40 16.60
5000 850 m/z 85.10  44.65%
29.0
b P04 0160 01070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane U S A
57.0 16.2016.40 16.60
m/z 41.05 42.03%
5000 85.0
29.0
ol 113014101690107.02260
e e e e e e R R RERR R
m/z--> 20 40 60 80 100120140160180200220240260 16.2016.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050724\
Data File : VDO78876.D

Acqg On : 07 May 2024 13:21
Operator : RP/MD

Sample : P2312-02

Misc : 5.69G/5m1/MSVOA_D/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050124S.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|
Nonane 11.798 6.9 ug/l 94502 3 11.581 681255 50.0
Decane 12.892 16.4 ug/l 239074 4 13.516 730917 50.0
Undecane 13.839 10.9 wug/l 159161 4 13.516 730917 50.0
Dodecane 14.698 15.1 ug/l 220704 4 13.516 730917 50.0
Undecane, 2,6-d... 14.816 5.8 ug/l 85259 4 13.516 730917 50.0
unknown15.228 15.228 6.2 ug/l 90436 4 13.516 730917 50.0
Hexadecyl octyl... 15.298 8.1 wug/l 118050 4 13.516 730917 50.0
Tridecane 15.528 19.1 ug/l 278853 4 13.516 730917 50.0
Tetradecane 16.469 7.2 ug/l 104973 4 13.516 730917 50.0
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