LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92221\
Data File : VD@70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 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\82D090821S.M

Title : SW846 8260

Signal : TIC: VDO70428.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.491 91 97 102 rBV3 7365 15467 1.15% 0.123%
2 2.644 115 123 132 rVB6 14999 35466 2.64% 0.282%
3 4.150 371 379 380 rBV 9551 14074 1.05% 0.112%
4 4,956 503 516 529 rBV2 53263 172219 12.82% 1.370%
5 5.991 682 692 702 rVvB3 18419 57411 4.27% 0.457%
6 7.914 1010 1019 1023 rBvV2 64239 147962 11.01% 1.177%
7 7.979 1023 1030 1039 rVB 327849 749309 55.77% 5.961%
8 8.326 1079 1089 1099 rBV 246000 545315 40.59% 4.338%
9 8.861 1167 1180 1194 rBV 557547 1111820 82.75% 8.844%

10 10.338 1422 1431 1439 rBV 737656 1343623 100.00% 10.688%

11 10.720 1489 1496 1502 rBV3 7523 14066 1.05% ©0.112%
12 11.638 1643 1652 1664 rBV 770258 1325092 98.62% 10.541%
13 11.849 1683 1688 1694 rBvV4 9282 16441 1.22% 0.131%
14 12.620 1811 1819 1829 rVB 640953 1116710 83.11% 8.883%
15 12.937 1868 1873 1880 rBV3 41566 65781 4.90% 0.523%
16 13.302 1930 1935 1940 rVB6 8267 13590 1.01% ©.108%
17 13.496 1964 1968 1971 rBv4 14438 20740 1.54% ©.165%
18 13.561 1971 1979 1987 rVV 690652 1150435 85.62%  9.152%
19 13.626 1988 1990 2000 rVB7 24334 56883 4.23% 0.453%
20 13.885 2028 2034 2039 rBV 199269 316540 23.56% 2.518%
21 14.037 2056 2060 2064 rVVv4 = 22026 42589 3.17% ©.339%
22 14.084 2065 2068 2074 rVV5 24820 54937 4.09%  0.437%
23 14.143 2074 2078 2083 rVB5 21285 39356 2.93% 0.313%
24 14.273 2095 2100 2105 rVB5 21133 30479 2.27%  0.242%
25 14.361 2105 2115 2118 rBV3 51057 119538 8.90% ©.951%
26 14.402 2118 2122 2125 rVV5 67252 110803 8.25% 0.881%
27 14.437 2125 2128 2133 rVV2 54136 84139 6.26% 0.669%
28 14.508 2136 2140 2144 rVV2 43850 68960 5.13% ©.549%
29 14.737 2173 2179 2186 rBV 521073 740728 55.13% 5.892%
30 14.814 2186 2192 2194 rVWw4 44975 82112 6.11% ©.653%
31 14.849 2194 2198 2206 rVV 132961 268941 20.02% 2.139%
32 14.926 2209 2211 2216 rVB5 18685 27117 2.02% 0.216%
33 15.073 2232 2236 2241 rVB8 26706 45069 3.35% ©.359%
34 15.173 2243 2253 2258 rBV5 50704 156531 11.65% 1.245%
35 15.231 2259 2263 2265 rwv3 55697 89475 6.66% ©.712%

36 15.273 2266 2270 2277 rVW4 90838 209741 15.61% 1.668%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92221\
Data File : VD@70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 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\82D090821S.M
Title : SW846 8260
37 15.349 2277 2283 2290 rVV2 142844 276473 20.58%  2.199%
38 15.420 2291 2295 2300 rVB5 32003 53422 3.98% ©.425%
39 15.484 2302 2306 2309 rBV6 13097 22150 1.65% 0.176%
40 15.579 2316 2322 2331 rBV 509970 788445 58.68% 6.272%
41 15.696 2339 2342 2346 rVB6 26371 36754 2.74% 0.292%
42 16.037 2393 2400 2402 rBV7 29130 63340 4.71% 0.504%
43 16.126 2411 2415 2419 rBV6 26825 40507 3.01% 0.322%
44 16.173 2419 2423 2431 rVV5 31737 61420 4.57% ©.489%
45 16.249 2432 2436 2443 rVB5 55747 112913 8.40% ©.898%
46 16.320 2444 2448 2457 rVB3 50529 96690 7.20% 0.769%
47 16.537 2478 2485 2498 rBV 233824 506913 37.73% 4.032%
48 16.655 2498 2505 2511 rvvie 17298 52336 3.90% 0.416%
Sum of corrected areas: 12570822
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

Abundance TIC: VD070428.D\data.ms
700000
600000
500000
400000
300000
200000

100000 4.956

2.492.644 4.150 5.991

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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 TIC: VD070428.D\data.ms

10.338 11.638
700000

600000 8.861

500000

400000
7.979

300000
8.326

200000

100000 79
10.720

0r—— —— = —T T — = P
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VD070428.D\data.ms

— —
11.00 11.50

700000
12.620

600000

14.737 15.579

500000

400000

300000

200000

100000
849

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.884 13.76 ug/l 316540 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72
3 Nonane 128 C9H20 000111-84-2 64
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
5 Tetradecane 198 C14H30 000629-59-4 59

Abundance Scan 2034 (13.884 min): VD070428.D\data.ms (-2028) (- m/z 57.10 100.00%

57.1
5000
85.1 M
ey i
13.50 14.00
127.1 156.1
0 Mw‘i‘w‘_ b b e oo m/z 43.10 75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 s -
85.0 13.50 14.00
290 m/z 71.10  52.27%
A O EC T
O\\\‘\\\\‘\\\‘\\\\‘\\\\’\\U\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
— 5
13.50 14.00
5000 m/z 41.00  43.28%
85.0
2?0\ h ‘ h\%ll%o 140.0 168.0 213.0
0 H“m“_“w“H“H‘,Hw‘_“q“u,‘u“u“_“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane T ——
43.0 13.50 14.00
m/z 55.05 27.61%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Undecane, 5,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.361 5.20 ug/1 119538 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 50
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50

Abundance Scan 2115 (14.361 min): VD070428.D\data.ms (-2105) (-  m/z 57.05 100.00%
57.0

o &M/WJL
98.2 = ASA
14.00 14.50
40.1 206.9 281
O‘WHHMMWM“MWJU‘wwnuw‘H%ZQ%HHM‘HMH‘_HW‘HWH m/z 43.05 47.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 T e
14.00 14.50
98.0 m/z 71.05 31.67%
27|
S e e
H‘HH‘\H‘\\H‘H\\‘\H\‘\H\‘HH‘\\H’H\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
= —=
14.00 14.50
5000 m/z 41.05 30.92%
99.0  141.0
o S G
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123966: Hexadecane, 3-methyl- — —T
57.0 14.00 14.50
m/z 55.95 26.80%
5000
99.0
0 by 1410 182021\102400
e e e et e e e e e T —T
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.737 32.19 ug/l 740728 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Nonadecane 268 C19H40 000629-92-5 80
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 2179 (14.737 min): VD070428.D\data.ms (-2173) (- m/z 57.05 100.00%
57.0

5000
85.1
= =
14.50 15.00
113.1 170.1
om‘WH‘;mw“:wuh‘m”_Hu_%f“l”qw“““?9‘7“1‘”“_%5‘%9‘ m/z 43.05 73.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
57.0
5000 e Pty
85.0 14.50 15.00
m/z 71.10 56.51%
29.0 170.0
O\H‘\‘\‘H“‘\HH“\\“H“l\\\H‘J-\]\-ﬁ‘o\‘%éﬁ\(\)\‘\\‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
= =
14.50 15.00
85.0 o
5000 m/z 41.10 40.14%
29.0
Ol o b S4LOI60 01070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14557: Heptane, 2,4-dimethyl- — —
43.0 14.50 15.00
m/z 85.10 34.74%
5000
85.0
01280 LW s,
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Undecane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.849 11.69 ug/l 268941 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 72
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 59
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 53

Abundance Scan 2198 (14.849 min): VD070428.D\data.ms (-2194) (- m/z 57.00 100.00%

57.0
5000
98.0 T T
‘ H ‘ 220 1512 184.2 208.8 1450 1500
bl gl (8220 902 82 2080 myz 43.10 42.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 fe Pty
14.50 15.00
m/z 71.05 39.86%
29.0 ‘ 98.0
O\\‘\H‘\\“‘\\\‘ ‘\\H\\“H\\\“‘\\U\‘\\\1\4>‘].\\()\\‘\\\]\-‘8\4.\\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22071: Octane, 4-ethyl-
57.0
= ==
14.50 15.00
5000 m/z 41.00 26.71%
29.0 gs.0 1120
L o
owmwm """"""""HHWHWH_WWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl- o —
57.0 14.50 15.00
m/z 56.05 20.50%
5000
29.0 98.0
A P ' O Y N V(N AT
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\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1-Decanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.173 6.80 ug/l 156531 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 64
2 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 53
3 Decane, 3,4-dimethyl- 170 C12H26 017312-45-7 53
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
5 1-Hexanol, 5-methyl-2-(1-methyle... 158 C1@H220 002051-33-4 47

Abundance Scan 2253 (15.173 min): VD070428.D\data.ms (-2243) - m/z 57.00 100.00%

57.0
5000
} ‘ 1500 1550
126.1 : :
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
5000 Py e
15.00 15.50
‘ m/z 43.05 54.10%
O\\J‘\Jl\‘\J‘\\\“\h‘l\aﬁ'\c‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
=
15.00 15.50
5000 m/z 41.05 28.51%
” #25.0 238.0 505.0
(RN RN § N o it S Rt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45508: Decane, 3,4-dimethyl- — —
57.0 15.00 15.50
m/z 55.05 27.47%
- M
o LU pero
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl5.273 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.273 9.12 ug/1 209741 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 46
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 27
4 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 27
51,3,7,9-Tetraazatricyclo[7.3.0.0... 168 C8H16N4 1000444-63-7 25

Abundance Scan 2270 (15.273 min): VD070428.D\data.ms (-2266) (- m/z 57.10 100.00%
1

57
5000
06.2 S e
168.1 15.00 15.50
Ll 138.9 207.0 281.( )
0L i I S T m/z 83.10 82.91%
miz--> 50 100 150 200 250
Abundance #20733: Cyclohexane, (2-methylpropyl)-
53.0
5000 —r— —
15.00 15.50
97.0 m/z 55.05 78.67%
JALS L e
O\\‘\‘M“\w\“\“‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #43498: Cyclohexane, hexyl-
83.0
—— —
15.00 15.50
5000 41.0 m/Z 43.00 70.50%
‘ 168.0
oL ““‘ M “H““‘l | B A e
miz--> 50 100 150 200 250
Abundance #3748: Cyclohexane, methyl- T
83.0 15.00 15.50
m/z 41.00 70.22%
5000 41.0 fﬂWMWMMmNNAMWMAWAA
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptadecane, 7-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.349 12.02 ug/l 276473  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 59
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 59

Abundance Scan 2283 (15.349 min): VD070428.D\data.ms (-2277) (- m/z 57.05 100.00%
57.0

3

5000
113.1 15.00 15.50
155.2
o,w\‘m‘_wuw‘“mmwwuu_m_l‘?‘f‘?‘wHw?‘???w m/z 71.05 65.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141071: Heptadecane, 7-methyl-
57.0
5000 =5 ret
15.00 15.50
85.0 m/z 43.10 41.07%
113.0 168.0
Ld ] | 21102390
O’HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

)

15.00 15.50
5000 m/z 41.05 33.14%

290‘ ‘ 85.0 113.0
)

|
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 15.00 15.50

m/z 55.00  24.56%

o

g

5000

85.0 113
L | H\ “ 141 O

Y . —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

29.0
|

3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.579  34.27 ug/l 788445 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Undecane 156 C11H24 001120-21-4 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2322 (15.579 min): VD070428.D\data.ms (-2316) (- m/z 57.05 100.00%
57.0
1550 |
oLl ““‘ L7 date ohe 2810 3350 ./, 43.10  78.36%
miz-> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 e :
15.50
m/z 71.05 63.26%
99.0
0 \Zowd\) ‘\“‘ “\ ‘!‘ \“‘\ M‘ h \:‘L\4\‘1.‘0\ :!_8\‘4\0‘ L s e e e
miz-> 50 100 150 200 250 300
Abundance #33080: Undecane
57.0
=7 7 \
15.50
5000 m/z 85.05 40.36%
8.0 156.0
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane e ‘
57.0 15.50
m/z 41.05 39.56%
- \A\/\\J\\M
99.0
015-9\ = R rod
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\VD092221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.537 22.03 ug/l 506913 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 81
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 2485 (16.537 min): VD070428.D\data.ms (-2478) (- m/z 57.10 100.00%
57.1

- W\AJL
16.20 1640 16.60
99.0 . - -
139.9 198.1
— | ““‘ Al g 2200 2P0 245.92809 w0 43,00 70.78%
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
5000 \\‘\\\\‘\\\\‘\\\\‘
16.20 16.40 16.60
m/z 71.05 65.08%
99.0
01\5.\q‘\ ‘ H\ ‘!‘ \“‘\ ““ \“ \%4\‘]"‘0‘\ T \1\9?'9 LI ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
BT
16.20 16.40 16.60
5000 m/Z 85.10 42.22%
99.0 1550
NI I e Y
miz--> 50 100 150 200 250 300
Abundance #91843: Carbonic acid, nonyl vinyl ester T EmmE
43.0 16.20 16.40 16.60
m/z 41.00 39.19%
5000
85.0
126.0
ol ldi 20 o ] e
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92221\
Data File : VDO70428.D

Acqg On : 22 Sep 2021 15:54
Operator : VA/SY

Sample : M3867-04

Misc : 5.47G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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|
Undecane 13.884 13.8 ug/l 316540 4 13.567 1150440 50.0
Undecane, 5,6-d... 14.361 5.2 ug/l 119538 4 13.567 1150440 50.0
Dodecane 14.737 32.2 ug/l 740728 4 13.567 1150440 50.0
Undecane, 2,6-d... 14.849 11.7 ug/l 268941 4 13.567 1150440 50.0
1-Decanol, 2-et... 15.173 6.8 ug/l 156531 4 13.567 1150440 50.0
unknownl15.273 15.273 9.1 wug/l 209741 4 13.567 1150440 50.0
Heptadecane, 7-... 15.349 12.0 ug/l 276473 4 13.567 1150440 50.0
Tridecane 15.579 34.3 ug/l 788445 4 13.567 1150440 50.0
Tetradecane 16.537 22.0 ug/l 506913 4 13.567 1150440 50.0
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