LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 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 Y\METHODS\82Y030420S.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

3.975 359 367 377 rBV 14807 41070 1.21% 0.077%
4.749 481 494 503 rBv4 10931 36050 1.06% 0.068%
rBv 103014 235444 6.91% 0.441%
7.809 990 996 1006 rVB 171405 392258 11.52% 0.735%
8.163 1044 1054 1065 rBV 109742 237016 6.96% 0.444%
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8.705 1135 1143 1153 rBV 291315 579582 17.02% 1.086%
10.193 1379 1387 1394 rBV 477778 808358 23.73% 1.515%
rBv2 64718 109249 3.21% 0.205%
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11.303 1563 1569 1578 rVB6 35446 91529 2.69% 0.172%
1 11.388 1578 1583 1589 rBV 36316 62774 1.84% 0.118%
11 11.498 1593 1601 1611 rBV 410087 705574 20.72% 1.323%
12 11.632 1618 1623 1628 rBV2 32135 53321 1.57% 0.100%
13 11.693 1628 1633 1636 rBV 48293 96994 2.85% 0.182%
14 11.748 1640 1642 1653 rVB5 51583 138641 4_.07% 0.260%
15 11.851 1653 1659 1662 rBV 52385 97639 2.87% 0.183%
16 11.943 1670 1674 1678 rVB2 46406 70652 2.07% 0.132%

17 12.016 1678 1686 1692 rBV3 163601 397410 11.67% 0.745%
18 12.132 1697 1705 1710 rVB 250230 476179 13.98% 0.893%
19 12.211 1710 1718 1719 rBvV4 148335 261201 7.67% 0.490%
20 12.241 1719 1723 1729 rVB 429868 712821 20.93% 1.336%

21 12.333 1729 1738 1740 rBV4 106877 235674 6.92% 0.442%
22 12.388 1740 1747 1750 rBV5 102122 276842 8.13% 0.519%
23 12.424 1750 1753 1755 rBV 103856 95902 2.82% 0.180%
24 12.449 1755 1757 1760 rVB 154286 157930 4.64% 0.296%
25 12.491 1760 1764 1768 rBV 287819 427104 12.54% 0.801%

26 12.534 1768 1771 1775 rVB3 144025 174129 5.11% 0.326%
27 12.583 1775 1779 1783 rBvV4 84567 127219 3.74% 0.238%
28 12.650 1785 1790 1797 rVB2 503609 972195 28.54% 1.822%
29 12.741 1797 1805 1810 rBV7 205355 546422 16.04% 1.024%
30 12.814 1810 1817 1821 rBV3 538724 1117410 32.81% 2.095%

31 12.924 1832 1835 1836 rBV3 51724 56404 1.66% 0.106%
32 12.961 1836 1841 1845 rVV 361534 532036 15.62% 0.997%
33 13.016 1845 1850 1852 rBV3 255922 427203 12.54% 0.801%
34 13.052 1852 1856 1862 rVB 853354 1392402 40.88% 2.610%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 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_Y\METHODS\82Y030420S .M
SW846 8260

35 13.180 1872 1877 1882 rBV2 468248 790125 23.20% 1.481%

36 13.229 1882 1885 1889 rVvVv 325872 513476 15.08% 0.962%
37 13.327 1893 1901 1904 rBV5 475287 1060255 31.13% 1.987%
38 13.369 1904 1908 1911 rVV3 736595 1106657 32.49% 2.074%
39 13.406 1911 1914 1916 rVV2 572514 783531 23.00% 1.469%
40 13.436 1916 1919 1924 rVB3 848062 1218922 35.79% 2.285%

41 13.509 1927 1931 1937 rVB2 667558 954084 28.01% 1.788%
42 13.577 1938 1942 1946 rBV3 388189 595656 17.49% 1.117%
43 13.705 1957 1963 1965 rBV3 307829 606179 17.80% 1.136%
44 13.759 1967 1972 1976 rVV5 825487 1878230 55.15% 3.521%
45 13.814 1977 1981 1986 rvv4 571206 1475661 43.33% 2.766%

46 13.881 1987 1992 1994 rVV5 556886 1265691 37.16% 2.372%
47 13.918 1994 1998 2004 rVV2 1082046 2652027 77.87% 4.971%
48 13.979 2005 2008 2011 rVvv2 700871 1161076 34.09% 2.176%
49 14.022 2011 2015 2022 rVV 822512 1759687 51.67% 3.298%
50 14.083 2022 2025 2029 rVB 380249 492036 14.45% 0.922%

51 14.156 2030 2037 2042 rVB3 751425 1432603 42.06% 2.685%
52 14.211 2042 2046 2048 rBV3 505413 740596 21.74% 1.388%
53 14.247 2048 2052 2056 rVVvV2 1184050 2594699 76.18% 4._.864%
54 14.284 2056 2058 2062 rVV3 1078144 1518190 44.57% 2.846%
55 14.326 2062 2065 2068 rVV2 584569 798347 23.44% 1.496%

56 14.393 2072 2076 2079 rVV2 947466 1363245 40.03% 2 .555%
57 14.430 2079 2082 2086 rVV5 563834 842230 24.73% 1.579%
58 14.473 2086 2089 2097 rVB3 392039 870904 25.57% 1.632%
59 14.558 2100 2103 2106 rBV 218432 292607 8.59% 0.548%
60 14.692 2121 2125 2129 rBV2 574802 1089111 31.98% 2.041%

61 14.741 2129 2133 2139 rVB 2257772 3405929 100.00% 6.384%
62 14.802 2140 2143 2144 rBV2 209040 267048 7.84% 0.501%
63 14.857 2149 2152 2155 rBV2 200605 285733 8.39% 0.536%
64 14.954 2165 2168 2172 rVB3 486818 704274 20.68% 1.320%
65 15.046 2175 2183 2189 rBV4 618385 1955685 57.42% 3.666%

66 15.107 2189 2193 2196 rBV 386552 583584 17.13% 1.094%
67 15.223 2207 2212 2219 rVB 1347694 2256201 66.24% 4.229%
68 15.290 2219 2223 2228 rBV4 262754 454192 13.34% 0.851%
69 15.619 2274 2277 2283 rVB4 536848 907915 26.66% 1.702%
70 16.174 2363 2368 2375 rVB 298535 530328 15.57% 0.994%

82Y030420S.M Fri Mar 20 13:18:40 2020 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .M
SW846 8260

Sum of corrected areas: 53349348
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
VY002023.D

19 Mar 2020 15:50

SY/MD

L1978-09

7 .38G/5ML/MSVOA Y/SOIL

13 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: VY002023.D

397

4.75

0

Time-->

1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 440 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
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3000000

2500000

2000000

1500000

1000000

500000

TIC: VY002023.D

10.19
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11.10 11m34kﬂw&5 8!

0l—
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T T I
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3000000

2500000

2000000

1500000

TIC: VY002023.D
1474

15.22

f?ﬁ%

13. 92

1000000

13.05
13 183

1344 13.76 1 3 81241

iy 358
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43 149

500000

Time-->
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Naphthalene, decahydro-, cis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.76 77.04 ug/1l 1878230 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 90
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 70
3 1.17-Bicvclopentvl 138 C10H18 001636-39-1 64
4 Naphthalene. decahvdro- 138 C10H18 000091-17-8 49
5 5-Dodecen-1-ol, acetate, (2)- 226 C14H2602 016676-96-3 46
Abundance Scan 1972 (13.759 min): VY002023.D (-1967) (-) m/z 57.10 100.00%
7
5000
13.40 13.60 13.80 14.00
o} m/z 55.10 96.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16914: Naphthalene, decahydro-, cis-
67 81
41
9% 138
5000 27 55 AU SO
13.40 13.60 13.80 14.00
‘ 109 m/z 43.10 77.25%
15
bt tll .“...,..”%%%..,”..,..”,....,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 138
82 96 AR IR BN SUNE
41 13.40 13.60 13.80 14.00
5000 - m/z 41.10 76 .45%
27 109
123
S S S I SR WL B B L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16866: 1,1'-Bicyclopentyl R mE T o R
67 13.40 13.60 13.80 14.00
m/z 67.10 57 .62%
41
5000 82 g6
27 o5 109
0 .:.L‘.ll.‘.‘..w..‘lm.“”.‘. "‘i""""l ..“..%2.3..1.:.‘3'8....“...|....|.... I R maaa o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Undecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 60.53 ug/1 1475660 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 50
2 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 47
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 43
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 43
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 43
Abundance Scan 1980 (13.808 min): VY002023.D (-1977) (-) m/z 97.10 100.00%
o7
5000 37
41 71 81
| | T I 13.40 13.60 13.80 14.00 14.20
0...,....hh..-,....,....,....,v...r..ﬁ.,...., m/z 57.10 51.26%
m/z--> 20 40 60 100 120 140 160
Abundance #38327: Undecane, 3-methyl-
57
43
5000 [ SRR SV ML U I
13.40 13.60 13.80 14.00 14.20
29 m/z 55.10 48.67%
99 141
oL 15 J ‘L ] N _ 112 126 | 155 170
LR P S LA SR UUNLELELA UL SN SURLEL
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57
71 LN ORI AU S I
13.40 13.60 13.80 14.00 14.20
5000 85 m/z 41.10 27.87%
29 g9 111 141
L L B L UL WU WL SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester A B R e
57 13.40 13.60 13.80 14.00 14.20
m/z 71.10 25._45%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Decane, 3,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.92 108.79 ug/Il 2652030 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 83
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 59
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 53
Abundance Scan 1998 (13.918 min): VY002023.D (-1994) (-) m/z 57.10 100.00%
57
43
5000 1
85
98 112 157 13.60 13.80 14.00 14.20
0 e T AT 141186 170 207 7o 43,10 66.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38343: Decane, 3,6-dimethyl-
43 57
71
5000 SR AR UL B B
85 13.60 13.80 14.00 14.20
29 m/z 71.10 47 .67%
0 \‘ \‘\ Il il 9 \‘ 127 141 155 170
m/z--> 20 40 éo éo 100 120 150 160 180 200
Abundance
57
13.60 13.80 14.00 14.20
5000 43 71 o m/z 85.10 28 .46%
29 113
0 9 127 ! 155 169
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113721: Sulfurous acid, butyl nony! ester B EEEEEEEE
57 13.60 13.80 14.00 14.20
m/z 41.10 26.58%
71
5000 43 85
29
S Y O T 4 127 139 151161 179 101
m/z--> 20 40 6|0 80 1(')0 12'0 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Decane, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.02 72.18 ug/1 1759690 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 91
2 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 78
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 59
4 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 59
5 Nonane, 1-iodo- 254 C9H191 004282-42-2 53
Abundance Scan 2015 (14.022 min): VY002023.D (-2011) (-) m/z 71.10 100.00%
43 57 M
85
5000
o 1, 7wl " 1580 1400 1470 1440
0 MM m/z 57.10 91.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000 R SN BUULI SO R
- 85 13.80 14.00 14.20 14.40
m/z 43.10 88.78%
o Al w 99 133 127 141 155 179
O T Y A AT
Abundance
43
57 71 ~13:80 14.00 1420 14.40
5000 m/z 85.10 57 .34%
85
29 141
0 9 113 197 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #38331: Undecane, 5-methyl- e mE R B
43 57 13.80 14.00 14.20 14.40
- m/z 70.10 35.80%
5000 85
29 112
0 | M I g L 99 | 126 140 155 170
m/z--> 20 4'0 6|O 80 100 120 140 160 180 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 1-Octadecanesulphonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.16 58.77 ug/1 1432600 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 58
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 55
3 5-Ethvldecane 170 C12H26 017302-36-2 52
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 50
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47

Abundance Scan 2038 (14.162 min): VY002023.D (-2030) (-) m/z 57.10 100.00%
57
5000 41
13.80 14.00 14.20 14.40
by m/z 71.10 50.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride
43 57
71
5000 AU JORN SUMRR B
13.80 14.00 14.20 14.40
m/z 55.10 43 .34%
29
oLt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 13.80 14.00 14.20 14.40
5000 1 m/z 41.10 40.45%
29
0 85 M215714
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38319: 5-Ethyldecane N BaEEE
57 13.80 14.00 14.20 14.40
m/z 43.10 40.01%
43
5000 71
B 140
112
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 Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.25 106.43 ug/Il 2594700 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 64
2 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 59
3 2.6-Dimethvldecane 170 C12H26 013150-81-7 58
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 53
5 Undecane 156 C11H24 001120-21-4 53
Abundance Scan 2052 (14.247 min): VY002023.D (-2048) (-) m/z 57.10 100.00%
57
43
5000
85 98 Trrryrrrr|yrrrrrrrr|yrrr
112
14.00 14.20 14.40 14.60
ol 126137 152 170 m/z 43.10 64.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38318: Dodecane
57
43
5000 & L SIS B UL B
85 mmmmmmmm
m/z 71.10 42 .74%
d L s w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
" 14.00 14.20 14.40 14.60
5000 43 71 m/z 41.10 33.86%
98
29
0 8 13 157 141 155 169 184
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #38322: 2,6-Dimethyldecane b RREmE EE e
43 57 14.00 14.20 14.40 14.60
71 m/z 85.10 25.27%
5000 85
113
Oﬂ‘ﬁm‘%ummmm
m/z--> ' Io 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 14'00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Undecane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.28 62.28 ug/1 1518190 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-methvl- 170 C12H26 002980-69-0 90
2 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 64
3 Octane. 2.3.6.7-tetramethvl- 170 C12H26 052670-34-5 50
4 Glutaric acid. propvl tetrahvdro... 258 C13H2205 1000359-65-7 50
5 Glutaric acid, pentyl tetrahydro... 286 C15H2605 1000359-66-0 50
Abundance Scan 2057 (14.278 min): VY002023.D (-2056) (-) m/z 71.10 100.00%
43 7
5000 S
154 14.00 14.20 14.40 14.60
Otk ...-.'-,....,...149..'.,.1.7.91,5.“.‘..,2]97.. 8L Tm/z 43.10  92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38333: Undecane, 4-methyl-
43
71
57
5000 L SR UL UL BULL
14.00 14.20 14.40 14.60
29 85 m/z 57.10 49.93%
0 \‘ ‘\ ! ‘ % 810155170
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
14.00 14.20 14.40 14.60
5000 a5 m/z 70.10 45.94%

113 169
127141155 | 183197212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38354: Octane, 2,3,6,7-tetramethyl- BN EEEEEEE

43 71 14.00 14.20 14.40 14.60

57 m/z 85.10 38.81%
5000
85
27 127
o 1 J‘ | 99113 | 170
I e R Baaaa a R R R mmE e RRAE maa

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 Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Undecane, 3,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.74 139.71 ug/Il 3405930 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 93
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 90
3 Dodecane. 6-methvl- 184 C13H28 006044-71-9 81
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
Abundance Scan 2133 (14.741 min): VY002023.D (-2129) (-) m/z 57.10 100.00%
5000 43 71
6 P L e e 14740 1460 1450 1500
0 Y RVIES 3 13 Ko e S m/z 71.10 44 .36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 U DR UL SULE RN
43 n 14.40 14.60 14.80 15.00
29 m/z 43.10 41.44%
85 9 113 155
o | ] % P 127 14 169 184
mz> 20 40 6 80 100 10 140 160 180
Abundance
57
14.40 14.60 14.80 15.00
5000 43 m/z 41.10 26.49%
71
29
0 85 9 113 157 141 154 160 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl- N e o O
57 14.40 14.60 14.80 15.00
m/z 55.10 15.03%
5000 43
71
29 98
oLl m 85 7 112 156 140 155 169 184
m/z--> 20 45 éo 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Undecane, 2,6-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.05 80.22 ug/1 1955690 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 76
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 64
3 Undecane. 5-ethvl- 184 C13H28 017453-94-0 50
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 47
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 46

Abundance Scan 2184 (15.052 min): VY002023.D (-2175) (-) m/z 57.10 100.00%
7
43
5000 1
85 98 T T T T[T T T T [T T T T [T T T T [ TTT
112 163
126 14.80 15.00 15.20 15.40
o S L 184196 sz 43.10  55.88Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43 LB SR SULRELS UL B
71 14.80 15.00 15.20 15.40
m/z 71.10 48.71%
o ‘\ | 8 % 113 157 141 154 160 184
mz-> 20 4 6 8 106 Do 140 1% 16 2
Abundance
57
" 1480 15.00 15.20 15.40
5000 43 m/z 41.10 32.74%
71
29 98
o 85 12 156 140 155 169 184
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48841: Undecane, 5—ethy|— LI N L I
57 14.80 15.00 15.20 15.40
4 m/z 85.10 24 .57%
5000 n
29 85
R N AN PO PP g
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40

82Y030420S-M Fri Mar 20 13:18:52 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY031920\
Data File : VY002023.D

Aca On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 92.55 ug/1 2256200 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
3 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 72
4 Sulfurous acid. decvyl 2-ethvlhex... 334 C18H3803S 1000309-19-3 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
Abundance Scan 2212 (15.223 min): VY002023.D (-2207) (-) m/z 57.10 100.00%
57
85 113 " 15.00 15.20 15.40 15.60
3 155 : : : :
o S L | | 1381 830 | mjz 71.10 79.59%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
n 5112
5000 LI UL UL BURELE B
mmmmmmmm
m/z 43.10 54 _.22%
o H“\ Mm 1?31?1 216 245 312 342
m/z--> 55 Io 2éo 360
Abundance
57
" 15.00 15.20 15.40 15.60
5000 m/z 41.10 30.98%
29 113
0 85 142
m/z--> 55 160 150 200 2%0 360 '
Abundance #101974: Sulfurous acid, butyl octyl ester R AREREaEs RS
57 15.00 15.20 15.40 15.60
m/z 56.10 24 .68%
29
oL LB 131 e
m/z--> 55 160 150 200 250 300 ' 1550 1520 1540 1560

82Y030420S-M Fri Mar 20 13:18:53 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY031920\
Data File : VY002023.D

Acq On : 19 Mar 2020 15:50

Operator : SY/MD

Sample : L1978-09

Misc : 7.38G/5ML/MSVOA_Y/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y030420S .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]
Naphthalene, deca... 13.76 77.0 ug/1l 1878230 4 13.44 1218920 50.0
Undecane, 3-methyl- 13.81 60.5 ug/1 1475660 4 13.44 1218920 50.0
Decane, 3,6-dimet... 13.92 108.8 ug/l 2652030 4 13.44 1218920 50.0
Decane, 3,7-dimet... 14.02 72.2 ug/1 1759690 4 13.44 1218920 50.0
1-Octadecanesulph... 14.16 58.8 ug/1 1432600 4 13.44 1218920 50.0
Dodecane 14.25 106.4 ug/l1 2594700 4 13.44 1218920 50.0
Undecane, 4-methyl- 14.28 62.3 ug/1 1518190 4 13.44 1218920 50.0
Undecane, 3,6-dim... 14.74 139.7 ug/l 3405930 4 13.44 1218920 50.0
Undecane, 2,6-dim... 15.05 80.2 ug/1 1955690 4 13.44 1218920 50.0
Bacchotricuneatin c 15.22 92.5 ug/l1 2256200 4 13.44 1218920 50.0
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