LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 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 X\METHOD\82X082919S.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.064 25 29 42 rVB 845621 948986 60.61% 4._.547%

1.375 77 80 88 rBv2 12820 21618 1.38% 0.104%
rBve6 13218 27383 1.75% 0.131%
2.430 248 253 261 rVB 15286 27030 1.73% 0.130%
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2.844 314 321 332 rBV 67832 132599 8.47% 0.635%

3.509 423 430 438 rBvV2 17200 39815 2.54% 0.191%
5.124 687 695 701 rBV2 6569 18660 1.19% 0.089%
rBv2 194131 568840 36.33% 2.725%
5.648 769 781 794 rvV 393478 1111473 70.98% 5.325%
6.051 835 847 860 rBvV 174462 467828 29.88% 2.241%
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11 6.849 966 978 992 rBV 511382 1239112 79.13% 5.937%
12 8.709 1276 1283 1291 rBV 1030905 1565831 100.00% 7.502%
13 8.782 1291 1295 1304 rVB 13563 24915 1.59% 0.119%
14 9.331 1374 1385 1391 rVB2 12407 25888 1.65% 0.124%
15 10.105 1506 1512 1523 rBV 922734 1302016 83.15% 6.238%

16 11.135 1675 1681 1691 rBV 767260 1017095 64.96% 4._.873%
17 11.361 1710 1718 1725 rBV 74186 109320 6.98% 0.524%

18 12.019 1823 1826 1830 rBV3 13519 16771 1.07% 0.080%
19 12.074 1830 1835 1840 rBV 847333 1042387 66.57% 4.994%
20 12.117 1840 1842 1847 rVB 23088 32058 2.05% 0.154%
21 12.263 1863 1866 1871 rBV 22531 32983 2.11% 0.158%
22 12.342 1876 1879 1884 rVB3 22714 33221 2.12% 0.159%
23 12.403 1884 1889 1891 rBv4 24431 43740 2.79% 0.210%

24 12.495 1898 1904 1911 rBV2 99531 210952 13.47% 1.011%
25 12.562 1911 1915 1922 rVB4 56515 114410 7.31% 0.548%

26 12.629 1922 1926 1931 rBV2 39876 67737 4_.33% 0.325%
27 12.678 1931 1934 1936 rBV2 20209 21084 1.35% 0.101%
28 12.708 1936 1939 1942 rVB 28374 34136 2.18% 0.164%
29 12.751 1942 1946 1950 rBV2 52537 64620 4._.13% 0.310%
30 12.812 1950 1956 1958 rBV 102526 172418 11.01% 0.826%
31 12.903 1969 1971 1976 rVB3 20859 25243 1.61% 0.121%
32 12.958 1976 1980 1984 rBvV4 31672 55953 3.57% 0.268%
33 13.013 1986 1989 1992 rVVv2 51359 76953 4.91% 0.369%

34 13.050 1992 1995 1999 rVV3 63513 107173 6.84% 0.513%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 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_X\METHOD\82X082919S.M

Title : SW846 8260

35 13.092 1999 2002 2006 rVv2 53813 83648 5.34% 0.401%
36 13.147 2008 2011 2014 rVB3 35170 47909 3.06% 0.230%
37 13.220 2020 2023 2025 rBV 44870 41380 2.64% 0.198%
38 13.287 2030 2034 2035 rBV2 66879 78164 4._.99% 0.375%
39 13.312 2036 2038 2042 rVB3 127589 153849 9.83% 0.737%
40 13.428 2054 2057 2063 rVB4 50584 84338 5.39% 0.404%
41 13.482 2063 2066 2068 rBV2 37340 49607 3.17% 0.238%

42 13.586 2073 2083 2086 rBv4 138828 415477 26.53% 1.991%
43 13.738 2103 2108 2111 rBV4 79806 162006 10.35% 0.776%
44 13.952 2139 2143 2149 rBV2 237205 381624 24_.37% 1.828%
45 14.092 2163 2166 2169 rBV3 118352 152906 9.77% 0.733%

46 14.147 2171 2175 2179 rBV 915478 1206527 77.05% 5.781%
47 14.220 2179 2187 2190 rVV6 417010 1290716 82.43% 6.184%
48 14.299 2197 2200 2204 rBV2 367107 489339 31.25% 2.345%
49 14.427 2218 2221 2222 rBV2 212062 262775 16.78% 1.259%
50 14.561 2237 2243 2248 rBV5 406249 974435 62.23% 4_.669%

51 14.696 2262 2265 2268 rVB2 222516 249094 15.91% 1.193%
52 14.750 2269 2274 2279 rVB2 780378 1443633 92.20% 6.917%
53 15.122 2332 2335 2344 rVB4 771767 1456367 93.01% 6.978%
54 15.202 2344 2348 2357 rVB5 306564 794544 50.74% 3.807%
55 15.445 2385 2388 2395 rVB7 108991 220085 14.06% 1.054%

56 16.445 2547 2552 2560 rVB3 14627 32756 2.09% 0.157%

Sum of corrected areas: 20871427
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX012001.D

1500000

1000000
1.06

500000

. 1.37 159 2.43 284 351 512 I\
A S\ ——————— AN A -

== S T —P
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX012001.D

1500000

8.71
1000000 10.10

11.14

500000 6.85

R B L e o

T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VX012001.D

T T
10.50 11.00

1500000

1000000

500000

— T — T — T — T — T
14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl3.59 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.59 19.93 ug/I 415477 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 38
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 38
3 Cvclohexane. 1.1°-TI1.2-bis(1.1-d... 306 C22H42 065149-85-1 35
4 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 35
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 35
Abundance Scan 2084 (13.592 min): VX012001.D (-2073) (-) m/z 57.10 100.00%
g7
5000 41 1 o7
112126141 196 13.20 13.40 13.60 13.80 14.00
Ot ,.'.|: .--,'~!|.'.-:1,..'!-.',~.--...-,-..1.“??...1.7,9..:,.2.1.0.,....,....,....2,8.2. m/z 69.00 59.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83040: Pentadecane, 7-methyl-
57
43 71
5000 AR DR DR A B
85 13 20 13. 40 13 60 13. 80 14. 00
29 112 m/z 71.00 49.18%
o L L i J | 1269155160183107211 226
m/z--> 25 45 éo éo 160 120 150 1&0 180 200 220 240 2éo 2§0
Abundance
57
43 LN UV PSR SN I
13.20 13.40 13.60 13.80 14.00
5000 71 m/z 41.05 46.74%
29 85 113
o 99 141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149986: Cyclohexane, 1,1'-[1,2-bis(1,1-dimethylethyl)-1,2... L e e
57 13.20 13.40 13.60 13.80 14.00
m/z 97.10 46.61%
5000 41 97
83
153
0 Il 111125139 1?3 249
s 2 w6 B0 186 1o 1k 180 180 34 250 24 2k e | | 1330 150 1960 1580 140
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl3.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.95 18.31 ug/Il 381624 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-4-octenal 154 C10H180 030390-60-4 49
2 Cvclohexane. (2-nitro-2-propenvl)- 169 C9H15N02 080255-17-0 47
3 Cvclohexanecarboxvlic acid. 4-bu... 396 C24H32N203 075941-51-4 42
4 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 40
5 Oxalic acid, decyl 1l-menthyl ester 368 C22H4004 1000314-97-8 40
Abundance Scan 2143 (13.952 min): VX012001.D (-2139) (-) m/z 83.05 100.00%
8B
5000 57
41 97 e
125139153 210 13.60 13.80 14.00 14.20
o..,....,“....,.I.I'..H..'.|',..!.,....,....1.‘3.7..1?.2]1.95....2?‘.‘..,.???,???. m/z 57.10 48.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26699: 2,2-Dimethyl-4-octenal
83
5000 R P DR BRI B
13. 60 13. 80 14. 00 14.20
43 m/z 69.00 27 .96%
0 91 " \ 114 139154
m/z--> 25 45 éo 80 100 150 150 160 180 200 220 250 2éo
Abundance
83
o 13.60 13.80 14.00 14.20
5000 m/z 41.00 26.66%
41
o 27 69 99 121134 152 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #210257: Cyclohexanecarboxylic acid, 4-butyl-, 2,3-dicyano... A BT o e
8B 13.60 13.80 14.00 14.20
m/z 97.05 25.38%
5000 139
155 97
167
0|||llrll|llll|lllllll |1|1|0||llll‘illll“llll TTTT |||||||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 Allyldimethyl(prop-1-ynyl)s... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.15 57.87 ug/1 1206530 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvidimethvl(prop-1-vnvD)silane 138 C8H14Si 1000281-75-1 64
2 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 64
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
4 l1soxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 59
5 4-Hepten-3-one, 2,6-dimethyl- 140 C9H160 056259-14-4 59
Abundance Scan 2176 (14.153 min): VX012001.D (-2171) (-) m/z 97.10 100.00%
97
5000
57
at ‘ 210 13.80 14.00 14.20 14.40
112 : : : :
0....,....,...|.,.-.|-'..,"-.. a1 2N T (R NE— m/z 57.10 30.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17476: Allyldimethyl(prop-1-ynyl)silane
97
5000 A SR UL SULLIE
13.80 14.00 14.20 14.40
43 67 m/z 55.00 20.32%
83 123138
o S RTINS N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
13.80 14.00 14.20 14.40
5000 m/z 41.00 17.08%
112
45
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis- R R RREEEEa
5 97 13.80 14.00 14.20 14.40
m/z 43.00 14.51%
5000
112
69
0..1.:?,.‘.‘..‘,‘....,.‘.“..,8?..;‘,....,....,.... T T T T T T e e R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 Triallylsilane Concentration Rank 3

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

14.22 61.91 ug/1 1290720 1,4-Dichlorobenzene-d4 12.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Triallvisilane 152 C9H16Si 001116-62-7 53

2 4H-Pvran-4-one. 2-methoxv-6-methvl- 140 C7H803 004225-42-7 43

3 3.4-Diethvl-2-hexene 140 C10H20 1000113-54-8 38

4 1-Pvrroline. 3-ethvl- 97 C6H11N 1000073-06-0 38

5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 35
Abundance Scan 2187 (14.220 min): VX012001.D (-2179) (-) m/z 57.10 100.00%

57
83
5000 41

14.00 14.20 14.40 14.60

167
125139 153707 185196210224

O-rrr e m/z 69.05 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26142: Triallylsilane
69
83
5000 43 TT T T [T T T T[T T T T[T TT T[T
111 14.00 14.20 14.40 14.60
m/z 83.10 62.62%
O.H,HH,LJWAW.L.ﬁnﬁw:”.ﬁﬁ%.”..”...”..”,“”,””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
AN RS T
140 14.00 14.20 14.40 14.60
5000 m/z 41.00 44 _80%
97
43
112
27 33 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17976: 3,4-Diethyl-2-hexene A B BT
69 14.00 14.20 14.40 14.60
m/z 43.05 37.32%
5000
55
41 111
140
0...,?r”hu.J.“kh.??ngf...w....‘”.. e — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl14.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.30 23.47 ug/1 489339 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one. 5-methvl- 112 C7H120 005166-53-0 25
2 4.4-Dimethvipent-2-enal 112 C7H120 1000195-01-6 22
3 Silane. 1-butvnvltrimethvl- 126 C7H14Si 062108-37-6 22
4 Cvclohexanecarboxvlic acid. 2-tr... 310 C20H3802 1000280-59-3 22
5 trans-Crotonamide 85 C4H7NO 000625-37-6 22
Abundance Scan 2200 (14.299 min): VX012001.D (-2197) (-) m/z 85.10 100.00%

5000

14.00 14.20 14.40 14.60

153167+

01 m/z 43.10 94 .31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6531: 3-Hexen-2-one, 5-methyl-
43
5000 69 97112 LI L B
14. 00 14 20 14. 40 14. 60
- m/z 57.00 92.78%
P Y . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 97
55 83 L
14.00 14.20 14.40 14.60
5000 o m/z 69.00 92.73%
27 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11263: Silane, 1-butynyltrimethyl- aEa e EARRREEEEE S
111 14.00 14.20 14.40 14.60
m/z 83.00 80.14%
5000
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 1-Decanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 46.74 ug/1 974435 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
2 lIsobutvl tridecvl carbonate 300 C18H3603 959275-44-6 50
3 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 47
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 43
5 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 35
Abundance Scan 2243 (14.561 min): VX012001.D (-2237) (-) m/z 57.10 100.00%
57
5000 a1 83

112 153168 193 21022453 o81 14.20 14.40 14.60 14.80

126

Of m/z 83.05 45.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95992: 1-Decanol, 2-hexyl-
57
43
71
5000 LA L L L L L LB
29 ” 14.20 14.40 14.60 14.80
125 m/z 69.10 45.60%
ol il 139154167182196210224 241
aaaRELY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
A B A
14.20 14.40 14.60 14.80
5000 m/z 41.00 40.84%
27 11995,59154 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120800: Oxalic acid, isobutyl nony! ester A BEEEE RS
57 14.20 14.40 14.60 14.80
m/z 71.10 38.91%
43
5000
71
85
|'“'w" A B R RARRE L L R
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 X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 2,4,4,6,6,8,8-Heptamethyl-2_.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.75 69.25 ug/1 1443630 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 58
2 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 53
3 Sulfurous acid. cvclohexvimethvl... 374 C21H4203S 1000309-22-2 38
4 Sulfurous acid. cvclohexvimethvl... 332 C18H3603S 1000309-21-9 38
5 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 38
Abundance Scan 2274 (14.750 min): VX012001.D (-2269) (-) m/z 97.10 100.00%
97
5000 57 1
69
|| | | 126 139 153 168 181 195 210 22|4 14.40 14,60 1480 1500 __
0.“..w..nh.b.u” M R P R R A S e m/z 111.10 52.20%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #81265. 2,4,4,6,6,8,8-Heptamethyl-2-nonene
97
5000 N BN S UL IR B
55 14.40 14.60 14.80 15.00
69 - m/z 57.10 45_.73%
0 L 81 | \‘ 126 140 159 175188 206 |
m/z--> 20 40 eb éo 100 120 140 160 180 200 220
Abundance
97
69 UL SUNIRN SN BRI
14.40 14.60 14.80 15.00
5000 m/z 69.00 34 .25%
41
57
29 83 115
0 126 140 154 169 183 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #199332: Sulfurous acid, cyclohexylmethyl tetradecy! ester R e EEEE
97 14.40 14.60 14.80 15.00
m/z 55.00 26.47%
5000
55
71 83
o WAoo 111 127 141 168 197
II""I""I""I""I""I""IIIII rrrrrrTTTyTTT T TrrrTrTyTTTT T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl5.12 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.12 69.86 ug/1 1456370 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. hexadecvl isobutyv... 342 C21H4203 1000314-61-3 45
2 Hexane. 3-ethvl-3-methvl- 128 C9H20 003074-76-8 27
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 17
4 Pentane. 3-ethvl-2.3-dimethvl- 128 C9H20 016747-33-4 10
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 10
Abundance Scan 2335 (15.122 min): VX012001.D (-2332) (-) m/z 57.10 100.00%
57

54

5000 83
41 97
111 L o i e
168 224
| | | 125 14.80 15.00 15.20 15.40
139
0 ,....',...-|.,.'... .'.',..'|..,.'...~,....,....,.1.91.,2.9?.,!'..2.3,9...,2.‘?7..2,5%:?. m/z 83.10 41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178644: Carbonic acid, hexadecy! isobuty! ester
57
5000 O R o e e o o L S
4 83 o7 14.80 15.00 15.20 15.40

111 m/z 85.10 35.31%

25
o 7 L1 139 155169 196 225
R AREREREA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R R e R Eaa
43 14.80 15.00 15.20 15.40
5000 m/z 97.10 32.50%
85
29 99
o s 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149369: Sulfurous acid, butyl dodecy! ester T T
57 14.80 15.00 15.20 15.40
m/z 41.00 32.22%
5000 -
43 85
29
oh Ll s 5 am
U S P A N NN o B REEEE T e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012001.D

Aca On : 01 Sep 2019 19:23

Operator : SY/SP

Sample : K4529-04

Misc : 2.93a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .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 unknownl15.20 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.20 38.11 ug/1 794544 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 43
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 43
3 2-Hexvl-1-octanol 214 C14H300 019780-79-1 43
4 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 27
5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 27
Abundance Scan 2348 (15.202 min): VX012001.D (-2344) (-) m/z 57.10 100.00%

5

5000 99
J‘l 154 204 5o, 14.80 15.00 15.20 15.40 15.60
O ek bl et e S e e e m/z 69.00 40.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 TT T T[T T I T [T T T T[T T TT[TT
1 14. 80 15. OO 15 20 15. 40 15 60
m/z 99.05 39.66%
ol \\‘AM%?§}97239281323365 415457499541583628670713755 835
e M P [ P [T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57
e
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.05 38.86%
105
147 288
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #72868: 2-Hexyl-1-octanol A B o
57 14.80 15.00 15.20 15.40 15.60
m/z 41.00 35.85%
5000
llll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 14. 80 15. OO 15 20 15. 40 15 60

82X082919S.M Wed Sep 04 14:11:31 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX090119\
Data File : VX012001.D

Acq On : 01 Sep 2019 19:23

Operator : SY/SP

Sample - K4529-04

Misc : 2.939/5.0mL/MSVOA_X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S_M
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]
unknownl13.59 13.59 19.9 ug/I1 415477 4 12.07 1042390 50.0
unknownl13.95 13.95 18.3 ug/I1 381624 4 12.07 1042390 50.0
Allyldimethyl(pro... 14.15 57.9 ug/1 1206530 4 12.07 1042390 50.0
Triallylsilane 14.22 61.9 ug/1 1290720 4 12.07 1042390 50.0
unknownl14 .30 14.30 23.5 ug/I1 489339 4 12.07 1042390 50.0
1-Decanol, 2-hexyl- 14.56 46.7 ug/1 974435 4 12.07 1042390 50.0
2,4,4,6,6,8,8-Hep... 14.75 69.3 ug/1 1443630 4 12.07 1042390 50.0
unknownl15.12 15.12 69.9 ug/1 1456370 4 12.07 1042390 50.0
unknown15.20 15.20 38.1 ug/I 794544 4 12.07 1042390 50.0
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