LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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\82Y032620S.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 2.365 100 103 108 rvB4 464 722 1.46% 0.198%
2 3.841 343 345 349 rBV2 306 541 1.09% 0.148%
3 3.962 362 365 368 rvv3 580 940 1.90% 0.257%
4 4.725 485 490 493 rBV3 617 1389 2.81% 0.380%
5 4_.755 493 495 498 rvB2 445 499 1.01% 0.137%
6 7.724 974 982 988 rBV3 5993 14593 29.52% 3.998%
7 7.803 988 995 1005 rVB2 10340 23090 46.72% 6.325%
8 8.151 1044 1052 1061 rBvV2 8026 17707 35.82% 4.851%
9 8.693 1134 1141 1151 rBV 18596 35474 T1.77% 9.718%
10 9.693 1301 1305 1310 rBV3 317 591 1.20% 0.162%
11 10.181 1376 1385 1392 rBvV 29853 49427 100.00% 13.540%
12 11.492 1593 1600 1608 rBvV 28859 45506 92.07% 12.466%
13 11.815 1649 1653 1655 rBvV2 516 540 1.09% 0.148%
14 11.937 1671 1673 1676 rvv2 491 534 1.08% 0.146%
15 11.979 1678 1680 1683 rVB3 614 578 1.17% 0.158%
16 12.059 1690 1693 1694 rBvV2 840 718 1.45% 0.197%
17 12.083 1694 1697 1699 rvv3 692 976 1.97% 0.267%
18 12.479 1757 1762 1769 rVvv2 20786 35209 71.23% 9.645%
19 12.546 1772 1773 1776 rVB 922 817 1.65% 0.224%
20 12.613 1783 1784 1788 rVB2 418 496 1.00% 0.136%
21 12.674 1788 1794 1795 rBV3 735 1081 2.19% 0.296%
22 12.711 1797 1800 1801 rVV3 510 528 1.07% 0.145%
23 12.790 1811 1813 1817 rVB2 659 783 1.58% 0.214%
24 13.010 1846 1849 1852 rBV2 655 894 1.81% 0.245%
25 13.034 1852 1853 1860 rVV6 839 1218 2.46% 0.334%
26 13.156 1868 1873 1876 rBV3 347 696 1.41% 0.191%
27 13.193 1876 1879 1881 rBV4 494 596 1.21% 0.163%
28 13.229 1881 1885 1887 rVB3 561 832 1.68% 0.228%
29 13.266 1887 1891 1894 rBV2 660 1117 2.26% 0.306%
30 13.345 1901 1904 1908 rBVv4 1093 1946 3.94% 0.533%
31 13.388 1908 1911 1912 rVV3 903 1135 2.30% 0.311%
32 13.424 1912 1917 1923 rVB 25754 40859 82.67% 11.193%
33 13.522 1932 1933 1937 rVB2 995 1045 2.11% 0.286%
34 13.564 1937 1940 1941 rBV 534 575 1.16% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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\82Y032620S .M

Title : SW846 8260

35 13.692 1956 1961 1968 rBV6 1413 3217 6.51% 0.881%
36 13.747 1968 1970 1975 rVB3 622 772 1.56% 0.211%
37 13.796 1975 1978 1980 rBvV4 607 741 1.50% 0.203%
38 13.869 1989 1990 1993 rVB2 614 539 1.09% 0.148%
39 14.083 2024 2025 2026 rBV 1069 681 1.38% 0.187%
40 14.137 2031 2034 2037 rVB3 782 776 1.57% 0.213%
41 14.186 2041 2042 2044 rBVZ2 781 566 1.15% 0.155%
42 14.217 2044 2047 2049 rBV3 886 1276 2.58% 0.350%
43 14.320 2063 2064 2066 rVvV 970 800 1.62% 0.219%
44 14.351 2066 2069 2070 rVVv3 1247 1570 3.18% 0.430%
45 14.369 2070 2072 2076 rVv2 975 1278 2.59% 0.350%
46 14.424 2076 2081 2083 rVv2 739 845 1.71% 0.231%
47 14.479 2085 2090 2096 rVv8 1657 4129 8.35% 1.131%
48 14.528 2096 2098 2101 rVv4 615 772 1.56% 0.211%
49 14.619 2110 2113 2115 rVB3 868 990 2.00% 0.271%
50 14.674 2118 2122 2125 rBV4 1642 2710 5.48% 0.742%
51 14.723 2127 2130 2134 rVB5 993 1625 3.29% 0.445%
52 14.887 2147 2157 2164 rBV6 5239 14559 29.46% 3.988%
53 14.948 2164 2167 2169 rBV3 763 725 1.47% 0.199%
54 14.997 2169 2175 2177 rBV6 694 1495 3.02% 0.410%
55 15.028 2177 2180 2182 rBV3 785 920 1.86% 0.252%
56 15.223 2207 2212 2220 rBV10 2957 8892 17.99%% 2.436%
57 15.314 2225 2227 2235 rVB6 1165 2172 4_.39% 0.595%
58 15.442 2242 2248 2249 rBV4 1639 2418 4._.89% 0.662%
59 15.546 2259 2265 2270 rBV7 1289 3192 6.46% 0.874%
60 15.735 2290 2296 2305 rVB7 2662 5885 11.91% 1.612%
61 15.826 2305 2311 2314 rBV7 1404 2032 4._.11% 0.557%
62 15.905 2321 2324 2327 rBV4 452 612 1.24% 0.168%
63 15.997 2336 2339 2342 rBV5 876 1252 2.53% 0.343%
64 16.033 2342 2345 2348 rBV6 1303 1955 3.96% 0.536%
65 16.162 2362 2366 2367 rBV2 1033 993 2.01% 0.272%
66 16.235 2374 2378 2383 rVB6 1523 2828 5.72% 0.775%
67 16.302 2386 2389 2394 rBV5 759 1471 2.98% 0.403%
68 16.381 2400 2402 2404 rVB3 976 505 1.02% 0.138%
69 16.521 2422 2425 2426 rBV2 519 582 1.18% 0.159%
70 16.564 2426 2432 2434 rBV5 996 1617 3.27% 0.443%
71 16.625 2440 2442 2444 rBV3 705 645 1.30% 0.177%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 - Z:\VOASRV\HPCHEM1\MSVOA_ Y\METHODS\82Y032620S .M

Title - SW846 8260

72 16.735 2456 2460 2464 rVB4 639 991 2.00% 0.271%

73 16.875 2482 2483 2486 rBV2 553 550 1.11% 0.151%

74 16.930 2489 2492 2493 rBV3 1158 1188 2.40% 0.325%

75 16.954 2493 2496 2497 rBV3 521 633 1.28% 0.173%
Sum of corrected areas: 365051
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : .
30000 TIC: VY002109.D

25000
20000
15000
10000

5000
237 3.88.96 44776
04
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abunéj&r)‘lc():g TIC: VY002109.D

10118 11.49

25000

20000 8.69

15000

10000

5000

04
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance : .
30000 TIC: VY002109.D

13.42
25000

12.48
20000

15000

10000
14.89

5000 15.22 1573 6
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st _ im0 [ it

0
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I T
Time--> 12.00 12.50 13.00 13 50 14.00 14 50 15 OO 15 50 16 OO 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .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 Phenol, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.48 5.05 ug/Il 4129 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-methvl- 108 C7H80 000108-39-4 53
2 p-Cresol 108 C7H80 000106-44-5 50
3 N-Methvl-4-pvridinamine 108 C6H8N2 001121-58-0 50
4 Phenol. 2-methvl- 108 C7H80 000095-48-7 33
5 Pyridine, 4-ethyl- 107 C7HON 000536-75-4 12
Abundance Scan 2090 (14.479 min%J; VY002109.D (-2085) (-) m/z 108.10 100.00%
108
5000
39 % 79 159 SN E——
|| |‘ | | 128 143 185 14.20 14.40 14.60 14.80
et e 207 77 107,100 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5375: Phenol, 3-methyl-
108
5000 LA IR B SURIUR SR
14.20 14.40 14.60 14.80
- ‘ m/z 53.20 29 _.56%
...:L?lu‘.‘..“i‘ MM \‘\ ....|...|....|....|....|....|....
m/z--> 20 40 100 120 140 160 180 200
Abundance
107
14.20 14.40 14.60 14.80
5000 m/z 39.20 24 .94%
77
15 27 39 51 63 90
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5315: N-Methyl-4-pyridinamine
108 14.20 14.40 14.60 14.80
m/z 78.90 22 .86%
5000
79
'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .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 unknownl14.89 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.89 17.82 ug/Il 14559 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvyl decvl ester 278 C14H3003S 1000309-17-7 43
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 38
3 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S 1000309-15-5 38
4 Heptacosane 380 C27H56 000593-49-7 35
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 35
Abundance Scan 2157 (14.887 min): VY002109.D (-2147) (-) m/z 57.00 100.00%
57

5000

14.60 14.80 15.00 15.20
m/z 43.10 72.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #125656: Sulfurous acid, butyl decyl ester
57
5000 41 85
43 14.60 14.80 15.00 15.20
m/z 84.95 65.28%
29 ‘ % 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 57
71 14.60 14.80 15.00 15.20
5000 85 m/z 71.10 61.23%
99 113 154168
140 183197  225239253267281296

m@wmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #90256: Sulfurous acid, isohexyl 2-pentyl ester

14.60 14.80 15.00 15.20

m/z 40.95 35.83%

5000

167

111125140
R REEEEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .M

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-(2,2-Dimethylcyclopropyl). ..

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.22 10.88 ug/Il 8892 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2.2-Dimethvlcvclopropvl)-2-ph... 170 C13H14 1000294-91-1 90
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 87
3 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 74
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 72
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64

Abundance Scan 2212 (15.223 min): VY002109.D (-2207) (-) m/z 155.10 100.00%
185
170
5000
43 115 128
||| 57 18l 105 | | 1T3 | 207 15.00 15.20 15.40 15.60
e T Tm/z 170.10 55.36%
m/z--> 40 80 100 120 140 160 180 200
Abundance #38389: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene
155
170
5000 91
27 115 - 15.00 15.20 15.40 15.60
1 m/z 153.10 33.92%
®oe |2 M
A Low by alli i | il ! . .
miz--> 40 60 80 100 120 140 160 180 200
Abundance
155
170
15.00 15.20 15.40 15.60
5000 m/z 128.00 27 .84%
115 128
40 51 63 77 gg 102 141
miz--> 4 60 80 100 120 140 160 180 200
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
185 15.00 15.20 15.40 15.60
170 m/z 115.20 26.40%
5000
115 128 ‘
51 63 76 141
— '4|.1' ; \I ; I‘h‘ ; .“l‘ IHI\\8I\9I .1|(‘).2. .‘. I .‘U — ‘I“' ; \l‘l I IHIHI RS B
m/z--> 40 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY032720\
Data File : VY002109.D

Aca On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .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 unknownl15.73 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 7.20 ug/l 5885 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(1-methvlethvl)- 170 C13H14 006158-45-8 16
2 5-Methvl-1-phenvlhexa-1.3.4-triene 170 C13H14 103240-79-5 10
3 .beta.-(2.2-Dimethvlcvclopropvli... 170 C13H14 1000226-03-5 10
4 1.3.3-Trimethvl-2-thiabicvclol2.... 170 C10H18S 1000306-33-6 9
5 Thiazolidine, 2-(2-furyl)- 155 C7H9INOS 051859-60-0 9
Abundance Scan 2295 (15.729 min): VY002109.D (-2290) (-) m/z 170.15 100.00%
170
128 155
5000
39 77 91 118 141
‘ 5( ] | 1?5 || | ||| I 2?7 15.40 15.60 15.80 16.00
" B e m/z 155.00 63.71%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38379: Naphthalene, 1-(1-methylethyl)-
155

128

5000 170

27 115

15.40 15.60 15.80 16.00
m/z 128.20  58.33%

39 77
| ‘\ ﬁfl Gﬁ 8 2 i “\ A

m/z--> 20 40 60 80 100 120 140 160 180 200

141
L

Abundance
155
15.40 15.60 15.80 16.00
m/z 131.30 47 .04%
5000 170
51 115
77 91 128
63 141
L I e o B e B B B e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38388: .beta.-(2,2-Dimethylcyclopropylidene)styrene
155 15.40 15.60 15.80 16.00
115 m/z 172.20 33.33%
77
5000 39 51 128 170
L
RSN WA [ P AT O ‘.w...h.jh.,.”.,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY032720\
Data File : VY002109.D

Acq On : 27 Mar 2020 16:38

Operator : SY/MD

Sample : L2049-06

Misc : 8.38G/5ML/MSVOA_Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y032620S .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 3-methyl- 14.48 5.0 ug/Il 4129 4 13.42 40859 50.0
unknownl14 .89 14.89 17.8 ug/I1 14559 4 13.42 40859 50.0
1-(2,2-Dimethylcy... 15.22 10.9 ug/I1 8892 4 13.42 40859 50.0
unknown15.73 15.73 7.2 ug/l 5885 4 13.42 40859 50.0
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