LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@33021\
Data File : VD0O68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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\82D031921S.M

Title : SW846 8260

Signal : TIC: VDO68725.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.709 976 984 995 rVB2 58503 155384 2.81% 0.236%
2 7.920 1009 1020 1025 rBV 365008 903566 16.36% 1.372%
3 7.979 1025 1030 1042 rVB 638400 1406476 25.46% 2.136%
4 8.332 1080 1090 1101 rBV 312734 687983 12.45%  1.045%
5 8.867 1171 1181 1195 rBV 956479 1921865 34.79% 2.919%

6 10.338 1423 1431 1439 rBV 1545996 2786458 50.44%
7 11.644 1645 1653 1665 rBV 1478324 2518646 45.60%
8 12.632 1810 1821 1829 rBV2 1388576 2635493 47.71%
9 12.714 1829 1835 1840 rVV5 30949 87629 1.59%
10 12.773 1840 1845 1856 rVB6 75627 214878 3.89%
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11 12.979 1869 1880 1887 rBV3 65708 212796 3.85%
12 13.208 1905 1919 1926 rVB 305472 596455 10.80%
13 13.320 1932 1938 1946 rBV 120197 203811 3.69%
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S

14 13.426 1946 1956 1962 rVV 450499 855011 15.48% 298%
15 13.496 1964 1968 1971 rVV2 50481 80390  1.46% 122%
16 13.573 1971 1981 1985 rVV 1611386 2757108 49.91% 4.187%
17 13.626 1985 1990 2000 rVB 519786 1128897 20.44% 1.714%
18 13.785 2010 2017 2024 rBV2 203490 382993 6.93% 0.582%
19 13.891 2031 2035 2038 rBv4 89151 125052 2.26%  ©.190%
20 14.055 2057 2063 2065 rBV6 37629 68677 1.24% 0.104%
21 14.096 2066 2070 2072 rBV5 54703 78097 1.41% 0.119%
22 14.214 2086 2090 2094 rBV7 42684 72120 1.31% 0.110%
23 14.285 2096 2102 2107 rBV5 103766 228509 4.14%  0.347%
24 14.402 2107 2122 2127 rBV6 750626 1981874 35.88%  3.010%
25 14.449 2127 2130 2136 rVB3 258015 338556 6.13% ©.514%

26 14.514 2137 2141 2145 rBV3 351321 606378 10.98%
27 14.567 2145 2150 2155 rVB3 523234 834855 15.11%
28 14.620 2155 2159 2164 rVB3 284853 453869  8.22%
29 14.685 2165 2170 2173 rBV5 159588 314035 5.69%
30 14.743 2175 2186 2188 rBV2 1415588 2639198 47.78%
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31 14.820 2188 2193 2196 rBV2 784229 1381031 25.00%
32 14.861 2196 2200 2209 rVB 2581613 4687539 84.86%
33 14.943 2210 2214 2218 rBV6 408457 688721 12.47%
34 14.996 2218 2223 2227 rBV4 689931 1422563 25.75%
35 15.085 2234 2238 2243 rVB6 552413 943230 17.08%

RNR NN
[
2
o)
R

36 15.149 2245 2249 2250 rVV3 286804 377907 6.84% 0.574%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@33021\
Data File : VD0O68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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\82D031921S.M
Title : SW846 8260
37 15.190 2251 2256 2260 rVV2 835065 1951949 35.34% 2.964%
38 15.238 2261 2264 2267 rVV3 865680 1526129 27.63% 2.318%
39 15.279 2267 2271 2279 rVV3 1622788 3976333 71.98% 6.038%
40 15.355 2279 2284 2291 rVB 3224004 5523894 100.00% 8.389%
41 15.426 2291 2296 2303 rBV4 614716 1522633 27.56%  2.312%
42 15.590 2319 2324 2332 rVB2 2812028 4887950 88.49% 7.423%
43 15.667 2333 2337 2339 rBV4 411899 651509 11.79% 0.989%
44 15.767 2350 2354 2362 rVB3 1072915 2199433 39.82%  3.340%
45 16.185 2422 2425 2428 rBV2 417242 702303 12.71% 1.067%
46 16.261 2435 2438 2445 rVB2 859279 1560073 28.24% 2.369%
47 16.332 2446 2450 2460 rVB2 1253621 2598865 47.05% 3.947%

48 16.543 2481 2486 2491 rBV 1095660 1970981 35.68% 2.993%

Sum of corrected areas: 65850102
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD068725.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

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: VD068725.D\data.ms

4000000
3500000
3000000
2500000
2000000
1500000 10.338 11.644
1000000 8.867

500000 7.9 8.332

7.709
01— T T A

T — — —T— —T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD068725.D\data.ms

15.855

4000000 T~ 715.590

3500000 14.861

3000000
15.279

2500000

1500000 12.632

1000000 14. 40.21 567

2000000 14.74 ‘ 16332
‘ A
500000 13.208 ggs o~y A ‘ l %
24732979 e 3 3,498 SUHE8%72 1

13.573 4993%5 426 5:“' 15{1%' 16.543
“i‘.a! ‘
A il
0t e : ==

T ‘ T T ’ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 1350 14100 14’50 15.00 15.50 16.00 16.50

1342&‘626
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Naphthalene, decahydro-2-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.402 35.94 ug/l 1981870 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 62
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58
4 Pulegone 152 C10H160 000089-82-7 50
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 49

Abundance Scan 2122 (14 402 min): VD068725.D\data.ms (-2107) (- m/z 81.00 100.00%
152.1

41.0
5000
09.0 - —
M h ‘ 206.9 14.00 14.50
(- el 2009 2820 /7 83,00 95.40%

é

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25446 Naphthalene, decahydro-2-methyl-
41.0 810 152.0
5000 =& —
14.00 14.50
09.0 m/z 81.95 92.08%
O\’H‘HH‘V
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25429: trans-Decalin, 2-methyl-
81.0
= P
41.0 152.0 14.00 14.50
5000 ITI/Z 55.00 91.93%
109.0
o! ‘Mhmu‘WW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25433: cis-Decalin, 2-syn-methyl- T ——
95.0 14.00 14.50
67.0 m/z 152.05 87.84%
5000
152.0
29. ‘
0 uNWm”_“‘ﬂuﬂ_uu_u‘_u‘_u‘_u‘_u‘MH‘M‘ — LA
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\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.743 47.86 ug/l 2639200 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 78
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72

Abundance Scan 2180 (14.743 min): VD068725.D\data.ms (-2175) (- m/z 57.00 100.00%
57.0

5000 85.1 w
1450 1500
170.1 : :
— J‘H“ s bonflaand ST 2078231143 00 72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
5000 —T —
85.0 14.50 15.00
m/z 71.00 63.25%
29.0 170.0
0 \H‘\‘\‘\ \“‘1 T \”H\“ T \“1 T “1‘\ T \H‘]\_:I\-}‘Z\-?\“\]\-fl‘:l_\.gw‘\H.\ EEAREERRERERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
— —
14.50 15.00
5000 m/z 41.00 42.25%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ N \\\11\\3'0‘14‘1'0 169.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T ——
57.0 14.50 15.00
m/z 85.10 39.65%
5000
85.0
29.0
| “ L | 1130 1410  184.0
O b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.861 85.01 ug/l 4687540 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 89
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 49

Abundance Scan 2200 (14.861 min): VD068725.D\data.ms (-2196) (- m/z 57.00 100.00%

57.0
5000
98.0 14‘5(5 5.5‘06
166.1 : :
141
ow_m\mH‘ m”;‘m‘m“,m“wHH_MW,W‘ZQ?? m/z 71.10  46.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 = ==
14.50 15.00
m/z 43.00 37.95%
29.0 H 98.0
O\\\\‘\H‘\\‘\\\\‘\\H\\“H\\\“’\\1‘\‘\\]\-\4.‘]-\\0\\‘\\\]\-’8\4.\\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48872: Undecane, 2,5-dimethyl-
57.0
= —
14.50 15.00
5000 m/z 41.00  28.82%
29.0 .0
oot 230 1010 1690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl- i —
57.0 14.50 15.00
m/z 98.05 18.42%
5000
29.0 98.0
ek g0 gm0 L Ul
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\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 unknownl15.191 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.191 35.40 ug/l 1951950 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 38
2 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 38
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 35
4 1-Methoxy-3-keto-4-methyl-1,4-pe... 126 C7H1002 052204-73-6 35
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 30

Abundance Scan 2256 (15.190 min): VD068725.D\data.ms (-2251) (-  m/z 85.05 100.00%

430 880
5000 166.1
126.1
—5 —
H 15.00 15.50
o‘,w“‘ Al ‘Uwh "!‘_u‘u_MWHHw???%ww‘_%“39“ m/z 43.00 83.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48863: Undecane, 2,4-dimethyl-
43.0
85.0
5000 — —_—
15.00 15.50
m/z 71.10  56.75%
1260
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71398: Tetradecane, 5-methyl-
43.0
85.0 T R
15.00 15.50
5000 m/z 95.00  55.08%
|y 80T 970
Ol b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137565: Sulfurous acid, hexyl nonyl ester P —
85.0 15.00 15.50
m/z 41.00 52.69%
43.0
5000
‘ ‘ 127.0
o‘,m“J""1"""‘M""""“"""H‘HZ?‘QWWMMwmw —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Dodecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.279 72.11 ug/1 3976330 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 49
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 46
4 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 43
5 10-Methylnonadecane 282 C20H42 056862-62-5 43

Abundance Scan 2271 (15.279 min): VD068725.D\data.ms (-2267) (- m/z 57.00 100.00%
57.0

85.1
5000
1500 1550
13.1 : :
oww‘i‘w | HW‘Muuu_‘”M&?%?Ww m/z 43.00 91.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0
5000 — ——
15.00 15.50
29.0 141.0 m/z 71.10 58.12%
‘ ‘ | 113.0 ‘ 169.0
O\\\‘\‘\\\‘}\\ ‘\\H}\‘1‘\\\‘\\“‘\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl-
57.0
— T —
15.00 15.50
m/z 85.10 51.89%
5000 85.0
29.0
0 \‘ g ) 1120 M 170.0
e N e A . RS EEEE.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- — —
57.0 15.00 15.50
m/z 41.00 51.79%
140.0
omwwﬂhmmﬁ?ﬂwwwﬁﬁwﬁﬁp SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.591 88.64 ug/l 4887950 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 2324 (15.590 min): VD068725.D\data.ms (-2319) - m/z 57.00 100.00%
57.0

1550 |
99.0 184.1 :

141.1
om_m_HH,HH:‘“lm_wmw,w_‘wau,w,‘%‘??“ m/z 43.00 68.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48834: Tridecane

57.0
5000 —— ‘
15.50
m/z 71.05 64.90%
9.0
O\\\2‘\7\‘\\‘\H“’H“}\“l‘\H“‘HU\‘\‘\J-\é‘]\-\(\)\’\\:\L\S‘ﬁ\(\)‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane
57.0
T I
15.50
5000 ITI/Z 85.05 44 .17%
0 27‘ I \\\gﬂ ou \\1410 1980
HwHH‘HH“H‘_HwH‘WHH_H‘“HWH‘WHH_‘H“HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38315: Dodecane —T ‘
57.0 15.50
m/z 41.00 38.82%
- M
H | 9801270 1700
O‘H_‘H_Hq‘kaHWHM_H‘_HWH‘WHHM‘H_HW‘HWHH‘H ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Tridecane, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.767 39.89 ug/l 2199430 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 43
3 Decane 142 C1leH22 000124-18-5 43
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
5 Tetradecanoic acid, 2-oxo-, meth... 256 C15H2803 055682-82-1 38

Abundance Scan 2354 (15.767 min): VD068725.D\data.ms (-2350) (- m/z 57.00 100.00%
57.0

o Mw
98.0 T —~—
T
. (
ol A L R 2808 s g1 05 46.10%
miz--> 50 100 150 200 250
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 e —~
15.50 16.00
98.0 m/z 41.00 35.43%
27‘.0‘ ‘ ‘
O T T ‘\ U ‘H‘\ ‘1‘ \H T “‘ T T “\ \1-5‘4\.0\]-8\3.\0‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #50324: 1-Octanol, 2-butyl-
57.0
—— —
15.50 16.00
5000 m/z 43.00  29.25%
27,0 ‘97.0
o b Ll T0200 1680
miz--> 50 100 150 200 250
Abundance #19156: Decane T ——
57.0 15.50 16.00
m/z 55.00  28.85%
h MM
27.0
‘H ‘ 99.0 142.0
o‘Hw‘“u‘uu‘““uh fY — —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Heptylcyclohexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.261 28.29 ug/l 1560070 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 50
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 47
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 47
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 38
5 2-Decene, 2,4-dimethyl- 168 C12H24 074421-03-7 35

Abundance Scan 2438 (16.261 min): VD068725.D\data.ms (-2435) (- m/z 83.00 100.00%

83.0
5000 41.0
— —
182.1 16.00 16.50
13.1
- “ MPl a0 | 280 5700 74.61%
miz--> 50 100 150 200 250
Abundance #47280: Heptylcyclohexane
83.0
5000 — ——
41.0 16.00 16.50
m/z 82.00 51.25%
L 182.0
O T T T } “‘\ ‘1‘ w“\”h‘ \‘ T T T ’ T T \‘ T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #27051: Cyclohexane, pentyl-
83.0
— —
16.00 16.50
5000 m/z 55.00 47.76%
41.0
‘ 154.0
N 1 0 I O A
m/z--> 50 100 150 200 250
Abundance #36844: Cyclohexane, (4-methylpentyl)- T ——
83.0 16.00 16.50
m/z 41.00 43.50%
5000
41.0
L, g2s0 1090
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.332 47.13 ug/1 2598870 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 87
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 2450 (16.332 min): VD068725.D\data.ms (-2446) (- m/z 57.00 100.00%
57.0
e A EAREm R
‘ 97.1 127.1 1831 16.0016.2016.4016.60
(
Obrrrrecdhd L L 18312122 28270 16 96.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 L L B B R I
16.0016.2016.4016.60
1130 m/z 43.00 51.49%
O \\2‘\7\‘\\‘\\\ “\\‘f‘\“f‘\H“\\1‘\’\\H‘;I\-\5\4\.’\\]\.ﬁ:\g\\cj\“\\\\’\\\\%5\\:3\’9%\8‘2\\(\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
e A EAREwEREES
16.0016.2016.4016.60
5000 m/z 85.10 38.68%
27,0 27.0
0 970,156,0,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71408: Dodecane, 2,6,11-trimethyl- R AEEaESEAE
43.0 16.0016.2016.4016.60
m/z 41.00 36.65%
5000
85.0
127.0
O rrrebbeth bk bt 2020
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD033021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 10 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.543 35.74 ug/l 1970980 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 2486 (16.543 min): VD068725.D\data.ms (-2481) (- m/z 57.00 100.00%
57.0

16.20 16.40 16.60
99.0 . . .
198.1
ol ‘MH‘ A | 2401 TRM2319 280 nn 7185 70.23%
miz--> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
5000 LA L L L B
16.20 16.40 16.60
m/z 43.00 68.56%
99.0
2100 | | 1%° 1010 1080
O T T T \“ ‘\ \‘ \M\ “ \H T H\ i‘ ‘ T T T T “ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #117637: Nonadecane
57.0
e m e
16.20 16.40 16.60
5000 m/z 85.05 45.76%
99.0
oL 0L LL L, 10 asso 2o
m/z--> 50 100 150 200 250
Abundance #83027: Hexadecane B BB s
57.0 16.20 16.40 16.60
m/z 41.00 36.98%
99.0
ol kLU 1], 1410 1830 2260 B
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@33021\
Data File : VDO68725.D

Acqg On : 30 Mar 2021 13:38
Operator : VA/SY

Sample : M1828-05

Misc : 6.76G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Naphthalene, de... 14.402 35.9 ug/l 1981870 4 13.573 2757110 50.0
Dodecane 14.743 47.9 ug/l 2639200 4 13.573 2757110 50.0
Undecane, 2,6-d... 14.861 85.0 ug/l 4687540 4 13.573 2757110 50.0
unknown15.191 15.191 35.4 ug/l 1951950 4 13.573 2757110 50.0
Dodecane, 2-met... 15.279 72.1 ug/l 3976330 4 13.573 2757110 50.0
Tridecane 15.591 88.6 wug/l 4887950 4 13.573 2757110 50.0
Tridecane, 6-me... 15.767 39.9 ug/l 2199430 4 13.573 2757110 50.0
Heptylcyclohexane 16.261 28.3 ug/l 1560070 4 13.573 2757110 50.0
Hexadecane, 2,6... 16.332 47.1 ug/l 2598870 4 13.573 2757110 50.0

7 4 0

Tetradecane 16.543 35. ug/l 1970980 13.573 2757110 50.
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