LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090119\

Data File : VX012000.D

Aca On - 01 Sep 2019 18:55

Operator : SY/SP

sample - K4529-03

Misc - 4.420/5.0mL/MSVOA X/SOIL JLERs e
ALS Vial : 15 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 847872 980118 40.85% 3.342%
2.844 313 321 332 rBV 62103 121793 5.08% 0.415%
430 438 rBv2 19744 44645 1.86% 0.152%
5.484 742 754 765 rBV 194804 557323 23.23% 1.900%
5.649 769 781 796 rVB 389927 1097416 45.74% 3.742%
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6.051 837 847 860 rBvV 175844 464778 19.37% 1.585%
6.849 965 978 997 rBV 515411 1243660 51.84% 4.241%
1283 1292 rBV 998938 1552200 64.70% 5.293%
9.331 1374 1385 1390 rBV2 13066 27508 1.15% 0.094%
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1 10.105 1506 1512 1527 rBV 915904 1273472 53.08% 4.342%
11 11.135 1675 1681 1692 rVB 757194 983457 40.99% 3.353%
12 11.361 1712 1718 1726 rBV 61814 88937 3.71% 0.303%
13 12.074 1830 1835 1840 rBV 829871 1040519 43.37% 3.548%
14 12.117 1840 1842 1847 rVB2 43872 62067 2.59% 0.212%
15 12.263 1863 1866 1871 rBV 23311 37168 1.55% 0.127%
16 12.312 1871 1874 1876 rBV2 28616 33894 1.41% 0.116%
17 12.342 1876 1879 1884 rVB2 47526 76114 3.17% 0.260%
18 12.397 1884 1888 1891 rBv4 47088 88636 3.69% 0.302%

19 12.495 1898 1904 1906 rBV 221367 338082 14.09% 1.153%
20 12.562 1911 1915 1917 rBV 132810 185810 7.74% 0.634%

21 12.629 1922 1926 1931 rBV2 91628 148484 6.19% 0.506%
22 12.678 1931 1934 1936 rVVv2 57283 76616 3.19% 0.261%
23 12.708 1936 1939 1942 rVB2 67831 83880 3.50% 0.286%
24 12.751 1942 1946 1950 rVB 125325 153330 6.39% 0.523%
25 12.812 1950 1956 1957 rBV3 93347 170460 7.10% 0.581%

26 12.836 1957 1960 1969 rVB4 172737 323665 13.49% 1.104%
27 12.958 1976 1980 1984 rBV4 69912 129448 5.40% 0.441%
28 13.013 1986 1989 1992 rVV2 115591 175211 7.30% 0.597%
29 13.050 1992 1995 1999 rVV2 147063 241575 10.07% 0.824%
30 13.092 1999 2002 2006 rVB 116701 153598 6.40% 0.524%

31 13.220 2014 2023 2026 rBV2 202491 450476 18.78% 1.536%
32 13.287 2030 2034 2035 rVVv2 153389 183915 7.67% 0.627%
33 13.312 2035 2038 2042 rVB3 227749 345218 14.39% 1.177%
34 13.428 2054 2057 2059 rBV3 97500 121218 5.05% 0.413%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090119\

Data File : VX012000.D

Aca On - 01 Sep 2019 18:55

Operator : SY/SP

sample - K4529-03

Misc - 4.420/5.0mL/MSVOA X/SOIL JLERs e
ALS Vial : 15 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 13.482 2063 2066 2068 rBV3 82803 95240 3.97% 0.325%

36 13.586 2073 2083 2085 rBV3 308350 838281 34.94% 2.858%
37 13.726 2103 2106 2111 rBV5 156657 292056 12.17% 0.996%
38 13.946 2139 2142 2149 rVB2 466086 743156 30.97% 2.534%
39 14.013 2149 2153 2156 rBV3 208634 322497 13.44% 1.100%
40 14.092 2163 2166 2169 rBV3 216205 287794 12.00% 0.981%

41 14.147 2171 2175 2179 rVV 1727604 2182951 90.98% 7.443%
42 14.226 2179 2188 2191 rBV4 838558 2399253 100.00% 8.181%
43 14.299 2197 2200 2203 rBV2 611333 780306 32.52% 2.661%
44 14 .427 2217 2221 2222 rBV2 364268 504511 21.03% 1.720%
45 14.452 2222 2225 2229 rVB2 567432 786770 32.79% 2.683%

46 14.562 2237 2243 2248 rBV4 624562 1436792 59.88% 4._.899%
47 14.696 2262 2265 2268 rVB 382442 452628 18.87% 1.543%
48 14.751 2269 2274 2279 rVB2 1173445 2191729 91.35% 7.473%
49 15.122 2332 2335 2344 rVB3 1014513 1920948 80.06% 6.550%
50 15.202 2344 2348 2357 rVB4 391605 999660 41.67% 3.409%

51 16.439 2547 2551 2562 rVB3 14963 38546 1.61% 0.131%

Sum of corrected areas: 29327809
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
VX012000.D

01 Sep 2019 18:55

SY/SP

K4529-03

4_.42a/5.0mL/MSVOA X/SOIL

15 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082919S .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 8
R.T. EstConc Area Relative to ISTD R.T.
13.59 40.28 ug/1 838281 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-ethvl- 142 C10H22 015869-86-0 43
2 Undecane 156 C11H24 001120-21-4 43
3 Cvclohexane. (3.3-dimethvipentvl)- 182 C13H26 061142-22-1 38
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 38
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 35
Abundance Scan 2084 (13.592 min): VX012000.D (-2073) (-) m/z 57.10 100.00%
g7
5000 41 1o
119 139 196 13.20 13.40 13.60 13.80 14.00
O ,.~'.|: .--,"!|.'.'.-,. 198 A9 210 269 /7 69.10  59.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19161: Octane, 4-ethyl-
57
43
5000 71 AR DR DR A B
1320 13.40 13.60 13.80 14.00
g5 112 m/z 71.00 51.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 LN UV PSR SN I
- 13.20 13.40 13.60 13.80 14.00
5000 m/z 97.05 49.77%
85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47292: Cyclohexane, (3,3-dimethylpentyl)- B B o
7 13.20 13.40 13.60 13.80 14.00
43 m/z 41.00 47 .31%
5000 o7
29 7 111 153
0 .”,.U..,”.J,.J:Ju..w,nk.f??”,....¥§?. e — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 1-(Trimethylsilyl)-1-propyne Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.15 104.90 ug/Il 2182950 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1-(TrimethvisilvD)-1-propvne 112 C6H12Si 006224-91-5 80
2 Sulfurous acid. cvclohexvimethvl... 388 C22H4403S 1000309-22-3 72
3 Methvl 2-thienvlacetate 156 C7H802S 019432-68-9 72
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
Abundance Scan 2175 (14.147 min): VX012000.D (-2171) (-) m/z 97.10 100.00%
g7
5000
57
a ‘ 210 13.80 14.00 14.20 14.40
112 - : : -
0 ,,| AE e, 137154169 193 ..'..2?‘.‘.. 203267281 m/z 57.10 31.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6340: 1-(Trimethylsilyl)-1-propyne
o7
5000 AU SRR UM SIS B
13.80 14.00 14.20 14.40
o m/z 55.00 21.82%
oL15 29 F L 83 12
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280
Abundance
97
13.80 14.00 14.20 14.40
5000 m/z 41.00 18.20%
55
41 69 83
ol 27 111 127141155 211
wmﬁmwwwwwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28759: Methyl 2-thienylacetate R R RREEEEa
o7 13.80 14.00 14.20 14.40
m/z 43.10 14 .79%
5000
45 156
ookl P 2 g
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 : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 unknownl14.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.23 115.29 ug/Il 2399250 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 35
2 Geranvl ethvl ether 2 182 C12H220 1000285-27-6 35
3 4H-Pvran-4-one. 2-methoxv-6-methvl- 140 C7H803 004225-42-7 35
4 6.6-Dimethvl-1.3-heptadien-5-0l 140 C9H160 081912-03-0 22
5 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 22
Abundance Scan 2189 (14.232 min): VX012000.D (-2179) (-) m/z 57.10 100.00%
7
83
5000 a1
17, 0 " 1400 14.20 14.40 14.60
210 : : : :
o 151 19677224 282 | 77 69.10  73.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl-
69
55
41
5000 L B LR B SR
a4 14.00 14.20 14. 40 14. 60
m/z 83.05 61.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
4 IR B SRR IS U
93 14.00 14.20 14.40 14.60
5000 121 m/z 111.10 38.98%
107 | 136
55 167182
o 24 153
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18347: 4H-Pyran-4-one, 2-methoxy-6-methyl-  AmE BE o
69 14.00 14.20 14.40 14.60
m/z 41.00 37.43%
140
5000
43 o7
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 unknownl14.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.30 37.50 ug/1 780306 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 38
2 Triallvisilane 152 C9H16Si 001116-62-7 38
3 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 35
4 Cvclohexane. (1.2-dimethvlibutvl)- 168 C12H24 061142-37-8 25
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 25
Abundance Scan 2200 (14.299 min): VX012000.D (-2197) (-) m/z 43.00 100.00%
48 57
5000
| N 14100 14120 1440 1460
224 : : :
o.n,n.i.ﬂqsi” 153167 196 267281 m/z 57.10 92 _95%
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 9 112 R I S R MU
mmmmmmmm
. m/z 85.10 92.90%
. ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
o 14.00 14.20 14.40 14.60
5000 43 m/z 83.10 89.50%
111
0 97 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... R AR EEEEE L
55 69 14.00 14.20 14.40 14.60
41 83 m/z 69.10 86.99%
5000
7
119134 152
o} R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1400 1420 1440 14%0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090119\
Data File : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 unknownl4.45 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.45 37.81 ug/l 786770 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.2.9-Trimethvldec-5-ene-3.8-dione 210 C13H2202 083040-81-7 14
2 1-Hexene. 4.4-diethvl- 140 C10H20 1000160-42-0 10
3 Cvcloheptanone. 3-(3.3-dimethvlb... 210 C14H260 056248-40-9 10
4 6-Tridecene. 2.2.4.10.12.12-hexa... 392 C28H56 055255-73-7 10
5 2,3-Dihydro-2-methyl-5-ethylfuran 112 C7H120 1000288-51-4 9
Abundance Scan 2225 (14.452 min): VX012000.D (-2222) (-) m/z 57.10 100.00%
g7
5000 g7 112

12 210 14.20 14.40 14.60 14.80

5
140155169 195

267281

0 m/z 112.10 46.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69330: 2,2,9-Trimethyldec-5-ene-3,8-dione
57
43
5000 71 LA L L L L L L L LB
14.20 14.40 14.60 14.80
- 85 m/z 97.10 43.23%
T || 107 125139158167 495 210
e S s A My ML M LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R EaE e
a1 14.20 14.40 14.60 14.80
5000 m/z 69.05 32.18%
27 99
o 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69520: Cycloheptanone, 3-(3,3-dimethylbutyl)-5-methy!- amE EE L
57 125 14.20 14.40 14.60 14.80

m/z 43.10 30.03%

5000

(L. -
miz--> 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 : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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-Dodecanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 69.04 ug/1 1436790 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 58
2 Octacosane 394 C28H58 000630-02-4 47
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 47
4 10-Methvlnonadecane 282 C20H42 056862-62-5 43
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
Abundance Scan 2243 (14.562 min): VX012000.D (-2237) (-) m/z 57.10 100.00%
57
5000 83
153 210 14.20 14.40 14.60 14.80
o2 l'l 133 O YA B 2 . m/z 83.10 44.53%
m/z--> 50 100 150 200 250 300 350
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85 AR BRI BUMRR B
111 14.20 14.40 14.60 14.80
29 m/z 71.10 43.21%
0 .“.‘ ‘.“ Id . hl‘ .‘M‘.“Hl l‘h I“\\I:I':Egl.:!'G?I Jl-gl6|2|2‘|" .2|5‘2. T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 69.00 41.96%
29 13 941
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #197139: Carbonic acid, isobutyl octadecy! ester N e o o
57 14.20 14.40 14.60 14.80
m/z 41.00 39.08%
5000
111
0 ‘ v ‘ i [ | L139 168 196 224 253
m/z--> 150 200 250 300 350 ' 1420 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 : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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.
14.75 105.32 ug/Il 2191730 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 64
2 2.2.3.3-Tetramethvlcvclopropanec... 238 C15H2602 1000221-97-5 47
3 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 42
4 Sulfurous acid. cvclohexvimethvl... 416 C24H4803S 1000309-22-5 40
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 40
Abundance Scan 2274 (14.751 min): VX012000.D (-2269) (-) m/z 97.10 100.00%
o7
5000 57 111
41 - B e
126 14.40 14.60 14.80 15.00
0 ,....,||...|.,.'.|..,-|.'. o o5 158168 195209 | 239253267282 | 177 111.05  45.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81265: 2,4,4,6,6,8,8-Heptamethyl-2-nonene
97
5000 N BN SR LI S B
55 14.40 14.60 14.80 15.00
69 m/z 57.10 40.99%
111 224
O oy 120040 150 re89 206
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
%5 UL SUNIUR SN B
14.40 14.60 14.80 15.00
5000 m/z 69.00 27 .23%
127
41 142
07 69 83
o 111 180 223238
mewwwwwwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester e AR e
97 14.40 14.60 14.80 15.00
69 m/z 55.00 23 .54%
5000 a1
5
83 115
oh 3 140154169183 200 224
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1440 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 : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 Isobutyl tridecyl carbonate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.12 92.31 ug/1 1920950 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 53
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 45
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 25
4 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 22
5 Hexane, 3-ethyl-3-methyl- 128 C9H20 003074-76-8 16
Abundance Scan 2335 (15.122 min): VX012000.D (-2332) (-) m/z 57.10 100.00%
57
5000 \AA/\j\/J\VqAﬂj\j\ka\w/\\xv\
9 168 204 UL R BRI B B
l | 283 14.80 15.00 15.20 15.40
L A L A LA L A LA LA AL LA A LA A A LA m/z 83.10 39.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #144845: |sobuty| tridecy| carbonate
57
5000 U UL SRR IR IR
14.80 15.00 15.20 15.40
m/z 85.10 34.76%
o.m,LL””.”.””.”.””.”.””.”.””“”q””“”w”““”q””“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57
14:80 15.00 15.20 15.40
5000 m/z 41.00 33.61%
111
o 195197239281323365 415457499541583628670713755 835
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #241176: Tetracontane, 3,5,24-trimethyl- S RS e
57 14.80 15.00 15.20 15.40
m/z 97.10 31.85%
5000
99
o “1 141 238 505547
m'z--> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 600 650 700 750 800 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 : VX012000.D

Aca On : 01 Sep 2019 18:55

Operator : SY/SP

Sample : K4529-03

Misc : 4.42a/5.0mL/MSVOA X/SOIL

ALS Vial : 15 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 2-Azido-2,4,4,6,6,8,8-hepta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.20 48.04 ug/1 999660 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azido-2.4.4.6.6.8.8-heptamethv... 267 C16H33N3 1000293-29-1 50
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 47
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 38
4 17-Pentatriacontene 491 C35H70 006971-40-0 38
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 27

Abundance Scan 2348 (15.202 min): VX012000.D (-2344) (-) m/z 57.10 100.00%

g7

5000 43 85 99

§d

14.80 15.00 15.20 15.40 15.60
m/z 99.05  43.39%

119
o 14014167 183 204 224238 253 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116524: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane
57
5000 TT T T [T T I T [T T T T[T TTT[TT
14. 80 15. OO 15 20 15. 40 15 60
99 m/z 43.00 41 .45%
g3 | 112
0 ‘\ 7\\0 Iy \\“ Al 129 154168
B R ARRE e L e e e e AR REARS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 %7
L
14.80 15.00 15.20 15.40 15.60
5000 1 m/z 69.05 40.65%
29 85
111
98
. 125139 154 196 224
R B B L o R B BARAR REans Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72869: 2-Ethyl-1-dodecanol A
43 57 14.80 15.00 15.20 15.40 15.60

m/z 41.00 39.02%

5000

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. 80 15. OO 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX090119\
Data File : VX012000.D

Acq On : 01 Sep 2019 18:55

Operator : SY/SP

Sample - K4529-03

Misc : 4.429/5.0mL/MSVOA_X/SOIL

ALS Vial : 15 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 40.3 ug/1 838281 4 12.07 1040520 50.0
1-(Trimethylsilyl_... 14_.15 104.9 ug/1 2182950 4 12.07 1040520 50.0
unknownl14 .23 14.23 115.3 ug/1 2399250 4 12.07 1040520 50.0
unknownl14 .30 14.30 37.5 ug/I1 780306 4 12.07 1040520 50.0
unknownl14 .45 14 .45 37.8 ug/Il 786770 4 12.07 1040520 50.0
1-Dodecanol, 2-he... 14.56 69.0 ug/1 1436790 4 12.07 1040520 50.0
2,4,4,6,6,8,8-Hep... 14.75 105.3 ug/1 2191730 4 12.07 1040520 50.0
Isobutyl tridecyl... 15.12 92.3 ug/1 1920950 4 12.07 1040520 50.0
2-Azido-2,4,4,6,6... 15.20 48.0 ug”/1 999660 4 12.07 1040520 50.0
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