LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA W\METHOD\82W100119S.M
Title - SW846 8260
Signal - TIC: VW013420.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.952 4 8 19 rVB3 61071 105918 1.76% 0.204%
2 2.318 62 68 72 rBv 72994 126696 2.10% 0.244%
3 3.373 234 241 256 rVB5 22719 64741 1.07% 0.125%
4 4.123 356 364 370 rBV 33286 94203 1.56% 0.181%
5 4.196 370 376 391 rVB2 56353 151687 2.51% 0.292%
6 4.903 480 492 513 rBV 134222 450365 7.46% 0.867%
7 6.707 777 788 800 rBV3 24041 79144 1.31% 0.152%
8 6.872 802 815 830 rBV2 77517 267365 4_.43% 0.515%
9 7.152 841 861 877 rBV3 36942 149741 2.48% 0.288%
10 7.677 932 947 966 rBV2 762288 2089441 34.63% 4.024%

11 7.921 972 987 997 rBV2 1802665 4673060 77.44% 9.000%
12 8.030 997 1005 1015 rVB 541652 1306993 21.66% 2.517%
13 8.152 1015 1025 1033 rBV 2078229 4672043 77.43% 8.998%
14 8.305 1045 1050 1060 rVB3 96840 226380 3.75% 0.436%
15 8.421 1060 1069 1077 rVvVv3 245512 646112 10.71% 1.244%

16 8.506 1077 1083 1088 rVvVv 102382 232663 3.86% 0.448%
17 8.573 1088 1094 1104 rVB 121314 276187 4._.58% 0.532%
18 8.689 1104 1113 1124 rBV 728951 1447907 24.00% 2.788%
19 8.841 1129 1138 1148 rBV 283712 561294 9.30% 1.081%
20 9.335 1206 1219 1224 rBV 95567 233414 3.87% 0.450%

21 10.213 1356 1363 1374 rBV2 50293 120096 1.99% 0.231%
22 10.323 1374 1381 1385 rVV 409242 724371 12.00% 1.395%
23 10.384 1385 1391 1403 rVV 3351228 6034199 100.00% 11.621%
24 10.506 1405 1411 1417 rVVv2 81570 141322 2.34% 0.272%
25 11.066 1494 1503 1506 rBV3 30686 68571 1.14% 0.132%

26 11.408 1555 1559 1570 rVB6 44875 131915 2.19% 0.254%
27 11.511 1571 1576 1583 rBV 51076 78831 1.31% 0.152%
28 11.627 1589 1595 1601 rBV 298189 545588 9.04% 1.051%
29 11.731 1607 1612 1620 rVV 148360 243082 4._.03% 0.468%
30 11.835 1620 1629 1639 rVV2 794304 1552727 25.73% 2.990%

31 12.164 1672 1683 1690 rBV 340990 702752 11.65% 1.353%
32 12.249 1691 1697 1702 rVB 87322 144564 2.40% 0.278%
33 12.365 1713 1716 1723 rVB3 62757 138925 2.30% 0.268%
34 12.469 1727 1733 1739 rBV3 187398 378103 6.27% 0.728%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S.M
Title : SW846 8260
35 12.566 1747 1749 1752 rVB 79271 81228 1.35% 0.156%

36 12.615 1752 1757 1761 rBV2 245173 416165 6.90% 0.801%
37 12.865 1792 1798 1801 rBV 154013 262909 4_36% 0.506%
38 12.932 1802 1809 1816 rVB2 726629 1339257 22.19% 2.579%
39 13.029 1822 1825 1829 rBV3 49153 82649 1.37% 0.159%
40 13.103 1829 1837 1843 rVV6 90036 298552 4._.95% 0.575%

41 13.164 1843 1847 1854 rVB 179138 275502 4._.57% 0.531%
42 13.249 1855 1861 1866 rBVY 285749 477620 7.92% 0.920%
43 13.359 1873 1879 1887 rVBS 172544 366950 6.08% 0.707%
44 13.468 1887 1897 1907 rBV2 2585737 4649191 77.05% 8.954%
45 13.554 1907 1911 1915 rVVv2 253463 412785 6.84% 0.795%

46 13.645 1919 1926 1932 rVB 833952 1352793 22.42% 2.605%
47 13.712 1932 1937 1940 rBV2 158554 239586 3.97% 0.461%
48 13.749 1940 1943 1947 rVB2 89699 119071 1.97% 0.229%
49 13.791 1947 1950 1958 rVB3 100607 209000 3.46% 0.403%
50 13.871 1958 1963 1969 rBV 760984 1188576 19.70% 2.289%

51 13.999 1979 1984 1989 rBV2 659341 1089446 18.05% 2.098%
52 14.090 1996 1999 2004 rVB 87506 133091 2.21% 0.256%
53 14.206 2012 2018 2022 rBV4 110687 204793 3.39% 0.394%
54 14.346 2034 2041 2043 rBV6 77430 182749 3.03% 0.352%
55 14.401 2044 2050 2057 rVV5 243089 641082 10.62% 1.235%

56 14.456 2057 2059 2062 rVvVv 64807 86801 1.44% 0.167%
57 14.505 2062 2067 2070 rvv2 277731 503774 8.35% 0.970%
58 14.541 2070 2073 2081 rVB2 364895 547545 9.07% 1.054%
59 14.724 2093 2103 2108 rBV4 294425 549752 9.11% 1.059%
60 14.785 2108 2113 2119 rBV3 154334 388939 6.45% 0.749%

61 14.864 2119 2126 2138 rVB4 160224 376506 6.24% 0.725%
62 14.968 2138 2143 2146 rBvV4 61108 115520 1.91% 0.222%
63 15.066 2157 2159 2168 rVB5 119975 255992 4.24% 0.493%
64 15.182 2169 2178 2179 rVV5 280878 588787 9.76% 1.134%
65 15.206 2179 2182 2187 rVV 639888 1070192 17.74% 2.061%

66 15.255 2187 2190 2195 rVVv3 238255 426987 7.08% 0.822%
67 15.334 2198 2203 2206 rVV2 376685 723921 12.00% 1.394%
68 15.371 2206 2209 2222 rVB2 632536 1156865 19.17% 2.228%
69 15.553 2235 2239 2247 rVB 205207 346305 5.74% 0.667%
70 15.657 2251 2256 2262 rVV2 78353 163846 2.72% 0.316%

71 15.730 2262 2268 2277 rVB 436597 762865 12.64% 1.469%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S.M

: SW846 8260

72 15.864 2286 2290 2300 rVB3 68682 148093 2.45% 0.285%
73 16.035 2313 2318 2323 rVV3 80778 136176 2.26% 0.262%
74 16.096 2323 2328 2332 rVB2 81588 133941 2.22% 0.258%
75 16.297 2357 2361 2368 rVB2 116803 222751 3.69% 0.429%

76 16.376 2370 2374 2380 rVB3 32828 65268 1.08% 0.126%
77 16.492 2389 2393 2400 rVB 84289 150355 2.49% 0.290%
78 16.724 2426 2431 2437 rVB2 60995 120511 2.00% 0.232%

Sum of corrected areas: 51925087
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW013420.D
3000000
2500000
2000000
1500000
1000000
500000
ONS 2.32 337 4.4220 490 6.716.
L B I B R e
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 5.20 540 5.0 580 6.00 6.20 6.40 6.60 6.80

Abundance

3000000

2500000

2000000

1500000

1000000

500000

05

TIC: VW013420.D
10138

Time-->

1 T T
7.00 8 50 OO 9.50 10.00 10.50 11.00 11.50

11.
3 84 1032 11.63
7.15 830 88157 9.33 10.21\| |10.51 11.07 11.41.5 L7
== . e T

3000000

2500000

2000000

1500000

1000000

500000

Abundance TIC: VW013420.D

13.47

15. 2]15 37

Time-->

e T — T T T T — T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82W100119S.

M Fri Oct 04 16:21:00 2019 Page: 4




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Heptane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

8.69 128.98 ug/l 1447910 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 53
3 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 49
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 1113 (8.689 min): VW013418.D (-1104) (-) m/z 43.10 100.00%
43 ﬂ
71
57
5000
| I‘ 131 207 8.40 8.60 8.80 9.00
0 I....;:...,....,....,....,....,....,....,....,.... m/z 71.10 62.38%
m/z--> 20 40 100 120 140 160 180 200
Abundance #3973: Heptane
43
57
5000 n L RN LN L LN UL
8.40 8.60 8.80 9.00
29 100 m/z 41.05 57.70%
‘ - “ 85
R L S S UL UL B B L UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
8.40 8.60 8.80 9.00
5000 71 m/z 57.10 53.74%
29
0 87 103115 131 161
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3640: Acetaldehyde, propylhydrazone
7 8.40 8.60 8.80 9.00
30 m/z 56.05 33.77%
5000
42 100
0|'”'“M"?ﬁ"lwgﬁ"f"”l""w"'l"”l""l”" L\“'/¥Q/\“""'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.65 163.86 ug/Il 1352790 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
3 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 47
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 45
Abundance Scan 1927 (13.651 min): VW013418.D (-1919) (-) m/z 57.10 100.00%
5000
41
70 83
112 13.40 13.60 13.80 14.00
o o et ML o e RS
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #13670. 1-Hexanol, 2-ethyl-
57
5000 RN BN BN UL B
43 1340 13.60 13.80 14.00
29 ‘ 70 g3 m/z 43.05 30.77%
98
0 ..:.L8|.‘.“..‘|‘...‘.‘luu“..l‘l...|.:.L:!-zulu...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 13.40 13.60 13.80 14.00
5000 1 m/z 55.00 26.86%
29 85 99
o 15 13 157 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36797: 1-Decene, 2,4-dimethyl- T T
3 57 1340 13.60 13.80 14.00
m/z 70.05 21.70%
83
5000
29 71
112
0 “ “ Ll h‘ i 9\7 i 125 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.00 131.96 ug/Il 1089450 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(1-methy... 136 C10H16 000586-62-9 96
2 1.3-Cvclohexadiene., 1-methvl-4-(... 136 C10H16 000099-86-5 96
3 (+)-4-Carene 136 C10H16 029050-33-7 95
4 2-Carene 136 C10H16 000554-61-0 93
5 Cyclohexene, 1l-methyl-3-(1-methy... 136 C10H16 000499-03-6 81
Abundance Scan 1984 (13.999 min): VW013418.D (-1979) (-) m/z 121.10 100.00%
93 121 136
5000 79
41 105
53 65 7150171 161 207 222 13.60 13.80 14.00 14.20 14.40
o A e N S m/z 93.10 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15864: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93 121
136
5000
79 13.60 13.80 14.00 14.20 14.40
‘ 105 m/z 136.05 84 .78%
oy m ‘M\H W‘.w.ﬂ ,M”.ﬂ”.ﬂ...........w..”,.”
m/z--> 80 100 120 140 160 180 200 220
Abundance
93 121
- 13.60 13.80 14.00 14.20 14.40
5000 m/z 91.10 58.86%
43 v 105
oL 15 27 55 g6
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15688: (+) -4-Carene L N B B R
93 121 13.60 13.80 14.00 14.20 14.40
m/z 79.00 40.89%
136
5000
79
105
0..w..”h.ﬂW,M.nu ,.huqhuﬂ,”........”,.”.,”. L aaaa
m/z--> 20 80 100 120 140 160 180 200 220 1360 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl14.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.40 77.65 ug/l 641082 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 47
2 lIsobutvl 3-methvlbutan-2-vl carb... 188 C10H2003 1000372-77-0 43
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 38
4 Ethanone. 1-(3-ethvilcvclobutvl)- 126 C8H140 056335-71-8 38
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 38
Abundance Scan 2050 (14.401 min): VW013418.D (-2044) (-) m/z 57.10 100.00%
43
5000
134 14.00 14.20 14.40 14.60 14.80
154
N 173 192 m/z 71.05 89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132742: Oxalic acid, 2-ethylhexyl hexyl ester
43 57
71
5000 AR SR BRI SURBURA
14.00 14.20 14.40 14.60 14.80
m/z 43.00 78 .34%
m/z--> 25 4b eb 85 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
14.00 14.20 14.40 14.60 14.80
5000 43 m/z 41.10 58.18%
29 87
oL15 101117132146 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19160: Octane, 3-ethyl- e EEERs RS
43 57 14.00 14.20 14.40 14.60 14.80
71 m/z 55.10 57 .10%
5000
29
‘ 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl4.50 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.50 61.02 ug/1 503774 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 43
2 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 38
3 4-Methvl-3-heptanol. pentafluoro... 276 C11H17F502 1000365-51-7 35
4 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 35
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
Abundance Scan 2066 (14.499 min): VW013418.D (-2062) (-) m/z 57.10 100.00%
g7
43 71
5000
119 9133 148 S i
85 97 161 177 101 14.20 14.40 14.60 14.80
0 m/z 43.10 61.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48866: Undecane, 4,5-dimethyl-
57
43
71
5000 LR S UL LI I
1420 14.40 14.60 14.80
29 112 m/z 71.10 58.56%
m/z--> 20 45 éo éo 100 120 140 160 180 200 220
Abundance
57
14.20 14.40 14.60 14.80
5000 = m/z 41.10 54 _.93%
85 o7
o 46 111 125 140 159 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123758: 4-Methyl-3-heptanol, pentafluoropropionate R Ea  AREREE RS S
3 71 14.20 14.40 14.60 14.80
m/z 55.05 36.44%
5000 55
119
29 83
oL 15 4 1l | “ L 97 147 163175 191 206217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 3-Dodecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 66.32 ug/1 547545 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dodecene. (E)- 168 C12H24 007206-14-6 55
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 50
3 2-Piperidinone. N-T4-bromo-n-but... 233 C9H16BrNO 195194-80-0 49
4 2-Undecene. 8-methvl-. (2)- 168 C12H24 074630-44-7 43
5 1-Dodecene 168 C12H24 000112-41-4 43
Abundance Scan 2073 (14.541 min): VW013418.D (-2070) (-) m/z 57.10 100.00%
43 Y7
5000
152 LN BN SUNILE SR I
14.20 14.40 14.60 14.80
I 198 185 207222 m/z 43.10 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36749: 3-Dodecene, (E)-
4
55 o9
5000 LA BN SUNILE SRR I
14.20 14.40 14.60 14.80
2 m/z 71.10 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
14.20 14.40 14.60 14.80
5000 & m/z 69.05  65.44%
29 85
111
. 125139154 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88460: 2-Piperidinone, N-[4-bromo-n-butyl]- B L Ba e e o
43 14.20 14.40 14.60 14.80
m/z 41.10 64.37%
5000

7
1

7
111125139154 177 205 233

Obrrrprrer e b NS

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.72 66.59 ug/1 549752 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 59
3 Hexadecane 226 C16H34 000544-76-3 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 2102 (14.718 min): VW013418.D (-2093) (-) m/z 57.10 100.00%
57
71
5000 a

14.40 14.60 14.80 15.00

9
133148 170 159504218

0 m/z 43.10 74 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38316: Dodecane
43
71
5000 LA L L L L L LB L L |
14.40 14.60 14.80 15.00
29 m/z 71.10 50.96%
L %8 113127147 170
o NN 1 A e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 57
n BRI R
14.40 14.60 14.80 15.00
5000 o1 m/z 41.10 38.71%
111 133147 475 288
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane R B B
57 14.40 14.60 14.80 15.00
71 m/z 85.10 30.15%
4
5000

99
‘T | ‘\ H I‘ I 127141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Dodecane, 1-fluoro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.18 71.32 ug/1 588787 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 52
2 Cvclodecane 140 C10H20 000293-96-9 51
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 46
4 Ethanone. 1-(2.2-dimethvlcvclope... 140 C9H160 003664-75-3 45
5 Carbonochloridic acid, decyl ester 220 C11H21Cl02 055488-51-2 43
Abundance Scan 2178 (15.182 min): VW013418.D (-2169) (-) m/z 43.10 100.00%
43 57
71
5000
146 14.80 15.00 15.20 15.40
OLrrrprrrdlied 168 188 205 222 281 m/z 57.10 89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51680: Dodecane, 1-fluoro-
57
5000 AR SR U B R
71 14'80 1500 15.20 15.40
85 m/z 71.10 77.51%
o ) ‘\ ||, | 11125140 159 188
m/z--> ﬁo Jo éo 85 160 150 150 1é0 1éo 200 220 240 2éo 2é0
Abundance
41 55 70
97 LRI B SURIURE BN I
140 14.80 15.00 15.20 15.40
5000 111 m/z 41.10 66.25%
27
0 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12684: Heptane, 2,4-dimethyl- A EEE TS e
43 14.80 15.00 15.20 15.40
m/z 55.05 65.27%
5000 85
5771
29
0 L‘ A w | 99113128
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 220 240 2éo 2é0 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Decane, 1,1"-oxybis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.21 129.63 ug/Il 1070190 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 72
2 1-Heptanol. 2-propvl- 158 C10H220 010042-59-8 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
Abundance Scan 2183 (15.212 min): VW013418.D (-2179) (-) m/z 43.10 100.00%
QB 4
5000
14.80 15.00 15.20 15.40 15.60
Olrrrrprrre it 162180196 222 m/z 71.10 82.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143259: Decane, 1,1-oxybis-
57
41
85
5000 AL SUARR B L B
14,80 15.00 15.20 15.40 15.60
140 m/z 57.10 79.11%
ol 15 L \M ‘ 155171186 213 241256 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
NI SRR BRSO DU
1 14.80 15.00 15.20 15.40 15.60
5000 . m/z 55.05 62.78%
97
o 126141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7634: Hexane, 3,3-dimethyl- R Ea o R
43 14.80 15.00 15.20 15.40 15.60
m/z 41.10 60.30%
71
5000
27
0'”W'”JHJMP”'P”%ﬁ”'P”'P”'P'”P'”P'“P'”I””I””I”” T NI SRR BRSO DU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14,80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013418.D

Aca On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclododecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.73 92.40 ug/1 762865 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 93
2 1-Decanol 158 C10H220 000112-30-1 91
3 Bromoacetic acid. decvl ester 278 C12H23Bro02 005436-93-1 91
4 2-Dodecene. (2)- 168 C12H24 007206-26-0 87
5 1-Dodecanol 186 C12H260 000112-53-8 87

Abundance Scan 2268 (15.730 min): VW013418.D (-2262) (-) m/z 55.10 100.00%

41 56 70

5000

15.40 15.60 15.80 16.00
m/z 70.05  87.06%

26140 162 181196

222 260 281

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36738: Cyclododecane

n > 69

83

5000 LA L L L L L LB L |
15.40 15.60 15.80 16.00
2 m/z 43.10 85.21%
125140 168
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 70
41 s Ao S
15.40 15.60 15.80 16.00
5000 84 m/z 41.05 82.59%
112
27 98
o 126140 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125406: Bromoacetic acid, decyl ester A
43 15.40 15.60 15.80 16.00

m/z 56.10 82.41%

5000
29

0 ‘\ ‘\ | 165 185
T T L B e e B B |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW100319\
Data File : VW013418.D

Acq On : 03 Oct 2019 14:53

Operator : SY/VA

Sample : K5176-15

Misc : 5.10G/5ML/MSVOA_W/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.M
SW846 8260

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

|--Internal Standard---|

13.56 412785 50.0
13.56 412785 50.0
13.56 412785 50.0

Dodecane, 1-fluoro- 15.18 71.3 ug/l 588787
Decane, 1,1"-oxybis- 15.21 129.6 ug/1 1070190
Cyclododecane 15.73 92.4 ug/1 762865

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptane 8.69 129.0 ug/l1 1447910 2 8.84 561294 50.0
1-Hexanol, 2-ethyl- 13.65 163.9 ug/l 1352790 4 13.56 412785 50.0
Cyclohexene, 1-me... 14.00 132.0 ug/l 1089450 4 13.56 412785 50.0
unknownl14 .40 14 .40 77.7 ug/l 641082 4 13.56 412785 50.0
unknownl14 .50 14.50 61.0 ug/I 503774 4 13.56 412785 50.0
3-Dodecene, (E)- 14.54 66.3 ug/I 547545 4 13.56 412785 50.0
Dodecane 14.72 66.6 ug/l 549752 4 13.56 412785 50.0

4
4
4
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