LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 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\82Y040820S.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 7.730 971 983 987 rBV 117593 296614 1.04% 0.090%
2 7.797 987 994 1001 rVV2 223849 608467 2.12% 0.186%
3 8.004 1018 1028 1036 rBV 156423 375522 1.31% 0.115%
4 8.334 1064 1082 1092 rVV 1208638 3132056 10.93% 0.956%
5 8.699 1131 1142 1153 rBV 357316 772463 2.70% 0.236%
6 9.193 1208 1223 1228 rBVv2 1301199 3219039 11.24% 0.982%
7 9.248 1228 1232 1239 rVV 597715 1117430 3.90% 0.341%
8 9.327 1239 1245 1249 rVvV 206798 412597 1.44% 0.126%
9 9.376 1249 1253 1258 rVvVv 182339 326195 1.14% 0.100%
10 9.468 1258 1268 1276 rVB2 302230 740760 2.59% 0.226%

11 9.620 1285 1293 1303 rBV 2407925 4903491 17.12% 1.496%
12 9.754 1303 1315 1322 rBV 3093230 6930118 24.19% 2.114%
13 9.827 1322 1327 1330 rBV 585893 1024062 3.58% 0.312%
14 9.858 1330 1332 1339 rVvB2 518925 755888 2.64% 0.231%
15 9.961 1339 1349 1361 rBV3 1098048 3300871 11.52% 1.007%

16 10.120 1368 1375 1380 rVvB2 1180622 2126529 7.42% 0.649%
17 10.181 1380 1385 1390 rBV2 1967736 3737510 13.05% 1.140%
18 10.309 1399 1406 1409 rBV3 372119 684600 2.39% 0.209%
19 10.376 1409 1417 1423 rVB4 890535 2571128 8.98% 0.784%
20 10.528 1437 1442 1450 rVB 816246 1485154 5.18% 0.453%

21 10.620 1450 1457 1468 rBV4 1329706 3304863 11.54% 1.008%
22 10.717 1468 1473 1478 rVB 430072 757483 2.64% 0.231%
23 10.809 1478 1488 1492 rBV2 400413 843322 2.94% 0.257%
24 10.864 1492 1497 1500 rBV 310109 578806 2.02% 0.177%
25 10.912 1500 1505 1511 rVvVv 470459 984599 3.44% 0.300%

26 10.973 1511 1515 1517 rVV3 359893 540867 1.89% 0.165%
27 11.010 1517 1521 1523 rVV 750309 1220354 4._.26% 0.372%
28 11.040 1523 1526 1531 rVV 1204029 1964146 6.86% 0.599%
29 11.095 1531 1535 1540 rVV 1022396 1788912 6.25% 0.546%
30 11.150 1540 1544 1548 rVV2 364860 575174 2.01% 0.175%

31 11.211 1548 1554 1558 rVB3 409040 708690 2.47% 0.216%
32 11.290 1558 1567 1578 rVB4 1228255 3803068 13.28% 1.160%
33 11.388 1578 1583 1593 rBV 923456 1996197 6.97% 0.609%
34 11.498 1595 1601 1606 rBV3 735846 1291801 4_.51% 0.394%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 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\82Y040820S.M
SW846 8260

35 11.595 1611 1617 1621 rVV4 551870 1454422 5.08% 0.444%

36 11.632 1621 1623 1627 rVV2 439623 668135 2.33% 0.204%
37 11.705 1627 1635 1645 rVV 6293415 14430285 50.38% 4._.403%
38 11.784 1645 1648 1653 rVB 458349 732401 2.56% 0.223%
39 12.034 1678 1689 1698 rBV 5578163 10459454 36.51% 3.191%
40 12.205 1713 1717 1721 rVvv2 551014 990576 3.46% 0.302%

41 12.254 1721 1725 1728 rVv4 391606 693017 2.42% 0.211%
42 12.479 1755 1762 1767 rVB3 347887 937202 3.27% 0.286%
43 12.565 1773 1776 1783 rVB2 270199 489610 1.71% 0.149%
44 12.656 1784 1791 1792 rBVS5 192038 339526 1.19% 0.104%
45 12.748 1798 1806 1809 rBV 13013277 24122897 84.21% 7.360%

46 12.778 1809 1811 1814 rVV 7792036 9714079 33.91% 2.964%
47 12.821 1814 1818 1824 rVB 11806530 19338040 67.51% 5.900%
48 12.979 1837 1844 1852 rBVY 8595967 14088312 49.18% 4.298%
49 13.052 1852 1856 1862 rVV3 259959 468812 1.64% 0.143%
50 13.132 1862 1869 1875 rVV 17074457 28644434 100.00% 8.739%

51 13.260 1883 1890 1893 rBV2 214119 453437 1.58% 0.138%
52 13.321 1893 1900 1905 rVB 1714912 2669457 9.32% 0.814%
53 13.375 1905 1909 1915 rBV 504955 789313 2.76% 0.241%
54 13.467 1915 1924 1932 rBV 9340908 15575468 54.38% 4.752%
55 13.601 1940 1946 1948 rBV 3299982 5123879 17.89% 1.563%

56 13.631 1948 1951 1954 rVVv2 7851303 11012617 38.45% 3.360%
57 13.674 1954 1958 1967 rVB2 8637761 15016593 52.42% 4._.582%
58 13.766 1967 1973 1978 rBV2 813859 1258287 4_.39% 0.384%
59 13.833 1978 1984 1989 rBV 2638701 3943148 13.77% 1.203%
60 13.900 1989 1995 1997 rBV2 5767721 10375942 36.22% 3.166%

61 13.979 2004 2008 2014 rVB 7145302 10822592 37.78% 3.302%
62 14.040 2014 2018 2021 rBV 1068361 1551025 5.41% 0.473%
63 14.089 2021 2026 2031 rVB2 4238413 6650002 23.22% 2.029%
64 14.168 2031 2039 2043 rVB4 789137 1415630 4.94% 0.432%
65 14.223 2043 2048 2053 rVB 2128519 3141133 10.97% 0.958%

66 14.302 2053 2061 2064 rBV 3721158 5985082 20.89% 1.826%
67 14.345 2064 2068 2072 rVV 5543431 8272431 28.88% 2.524%
68 14.387 2072 2075 2079 rVV 1535390 2208405 7.71% 0.674%
69 14.430 2079 2082 2089 rVB2 839866 1121000 3.91% 0.342%
70 14.528 2094 2098 2101 rVV 1074886 1584267 5.53% 0.483%

71 14.576 2101 2106 2110 rVV 3401208 5633071 19.67% 1.719%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 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\82Y040820S .M

: SW846 8260

72 14.619 2110 2113 2118 rVB 1130483 1646583 5.75% 0.502%
73 14.692 2118 2125 2131 rBV3 5031620 10735596 37.48% 3.275%
74 14.747 2131 2134 2140 rVB2 825655 1305011 4_.56% 0.398%
75 14.845 2145 2150 2153 rBV 547405 778911 2.72% 0.238%

76 14.918 2157 2162 2163 rBV2 403800 589689 2.06% 0.180%
77 14.954 2163 2168 2171 rBV3 1276576 2197391 7.67% 0.670%
78 15.064 2179 2186 2193 rVB3 1376708 3141162 10.97% 0.958%
79 15.247 2204 2216 2221 rVB 610097 1357062 4.74% 0.414%
80 15.357 2228 2234 2238 rBV 517515 893631 3.12% 0.273%

81 15.406 2238 2242 2246 rVB 338735 505812 1.77% 0.154%
82 15.534 2256 2263 2270 rBV 565884 1027322 3.59% 0.313%
83 15.698 2280 2290 2294 rBV4 300362 817369 2.85% 0.249%
84 15.826 2306 2311 2316 rVB 173876 288981 1.01% 0.088%
85 15.899 2316 2323 2329 rBV3 191145 389029 1.36% 0.119%

86 16.302 2383 2389 2396 rVB 310070 571653 2.00% 0.174%
87 16.497 2413 2421 2436 rBV 204412 465239 1.62% 0.142%

Sum of corrected areas: 327763198
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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 Y\DATA\VY041520\
: VY002343.D

: 15 Apr 2020 17:34

: SY/MD

: L2281-02

: 5.66G/5ML/MSVOA Y/SOIL

- 20 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VY002343.D
1.5e+07
1e+07
5000000
O L B o o o AL L o e o B e e e e e A RRARE
Time--> 1.80 2.00 2.20 240 260 280 300 320 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
Abundance TIC: VY002343.D
1.5e+07
1e+07
11.71
5000000
8.33
o 7.780 800 N 8.70
— T — . T Y T i T T
Time--> 7.00 7.50 8. OO 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY002343.D
13113
1.5e+07
12.75
[2.82
1e+07 13.47
12.98
1‘ . -8
12.03
5000000
13.32
12205 12486566 L 3.0513. 16.3016.50
(O AL S S R T T , —
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15. 50 16 OO 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Hexane, 2,2-dimethyl- Concentration Rank 4

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

8.33 202.73 ug/l 3132060 1,4-Difluorobenzene 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 78
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78

Abundance Scan 1081 (8.328 min): \VY002343.D (-1064) (-) m/z 57.10 100.00%

97
5000
41

99 800 820 840 860
0 8 s 2. m/z 56.10  34.17%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7651: Hexane, 2,2-dimethyl-
57
5000 /\||||||||||||||||||||||

8.00 8.20 8.40 8.60
m/z 41.10 22 _.08%
M |

J‘ 69 83 9°
0.,....,....,....,....,....,....,....,.... R R Eaan
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance
57

8.00 8.20 8.40 8.60

5000 m/z 43.10 16.93%
41
29
2 15 71 83 99 114
T T T T T T T T T e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 8.00 8.20 8.40 8.60

m/z 39.05 6.86%

5000

|, 69 83 % 114

L MM

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Pentane, 2,3,4-trimethyl- Concentration Rank 2

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

9.62 317.39 ug/l 4903490 1,4-Difluorobenzene 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 87
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

Abundance Scan 1293 (9.620 min): VY002343.D (-1285) (-) m/z 43.05 100.00%
B8 71
5000
9.40 9.60 9.80 10.00
Olrprrrrprrrh ..-|!|,..-:.,...9?,.1.?.2,....,....,....,....,....,....,....,...??.1. m/z 71.05 86.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000 ||||/
9.40 9.60 9.80 10.00
27 m/z 70.10 67 .82%
0||H‘|‘H||97|114||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
9.40 9.60 9.80 10.00
5000 m/z 41.05 29.18%
27

99 129 155

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3981: Pentane, 3-ethyl-
43 9.40 9.60 9.80 10.00
m/z 55.10 27 .92%
5000 70
2
ol | wm L | 85100
T A e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

9.75 448.57 ug/l 6930120 1,4-Difluorobenzene 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 80
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 68
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59

Abundance Scan 1314 (9.748 min): VY002343.D (-1303) (-) m/z 43.10 100.00%
43
71
5000 57
85
99 9.40 9.60 9.80 10.00
o...,....,....,....,....|,!:..5,".-.|..,.‘3.“..',:..7.5‘,..':.,....',....,1.?‘.‘.,.. m/z 71.05  64.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 58.18%
oL 2 15 I \“ 50 || 64 | 78 “ 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 71
9.40 9.60 9.80 10.00
5000 m/z 57.10 44 .03%
27 55
0 15 36 63 83 97 114
RIS I I I IR LI UL IR IR LA LSS BARES BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
m/z 85.10 33.93%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Heptane, 3-methyl- Concentration Rank 3

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

9.96 213.66 ug/l 3300870 1,4-Difluorobenzene 8.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 87
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 72
3 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 58
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 1349 (9.961 min): VY002343.D (-1339) (-) m/z 43.05 100.00%
43 57
85
5000
69 114 9.60 9.80 10.00 10.20
o...,....|i:..-|.-,..'"..,.'..9.7,...'.,....,....,....,....,210.7.. m/z 57.10 94.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
9.60 9.80 10.00 10.20
29 m/z 85.05 76 .24%
Las | T e i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 85
57 9.60 9.80 10.00 10.20
5000 m/z 56.05 60 .95%
29 -
G L S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12707: Hexane, 2,3,3-trimethyl-
43 9.60 9.80 10.00 10.20
a5 m/z 41.10 52 .25%
5000
57
27 ‘ ‘ 69
0 | bl gl Ji | o7 113 128
R FURLEL L SR SURLLEL UL LA SRR SIS DL SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Hexane, 2,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.12 82.31 ug/1 2126530 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 83
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 83
3 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 50
4 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 50
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 43
Abundance Scan 1375 (10.120 min): VY002343.D (-1368) (-) m/z 57.10 100.00%
57
5000
41 71
113 9.80 10.00 10.20 10.40
el LAl €5 ) 77 es er TS 128 0T 856,10 37.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12721: Hexane, 2,2,4-trimethyl-
57
5000
9.80 10.00 10.20 10.40
29 41 71 m/z 71.10 22.18%
o < s | 778 92 99 113 126
mz-> 20 3 40 50 e'o b % % 160 10 1% 1%
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 41.10 21.49%
41 71
0 29 48 63 77 83 91 113
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12740: Pentane, 2,2,4,4-tetramethyl-
57 9.80 10.00 10.20 10.40
m/z 43.10 14 .53%
5000
g A
o a “ 48 |, 63 71 81 9197 113 128
RSN IR SURLLS UL I SO SV SIS B L S R
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 1,2-Cyclohexanedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.38 99.52 ug/1 2571130 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedione 112 C6H802 000765-87-7 60
2 2-Octene. (2)- 112 C8H16 007642-04-8 42
3 3-Octene. (E)- 112 C8H16 014919-01-8 38
4 3-Octene. (2)- 112 C8H16 014850-22-7 38
5 2-Octene 112 C8H16 000111-67-1 30
Abundance Scan 1418 (10.382 min): VY002343.D (-1409) (-) m/z 95.05 100.00%
43 »
55
5000 70 8
T 110
10.00 10.20 10.40 10.60
0 ..”i-l-.'.' ,..-|'. 2 e m/z 43.10 80.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6376: 1,2-Cyclohexanedione
55 112
43
27 70
5000 83
10.00 10.20 10.40 10.60
‘ m/z 55.10 71.72%
1\5 “\ \H Y HM Hu‘ 97 il
G S S U SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a >
70 10.00 10.20 10.40 10.60
5000 29 m/z 41.10 65.50%
112
83
14 97
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6641: 3-Octene, (E)- e RREE S EE s T
a 10.00 10.20 10.40 10.60
55 m/z 85.10 45_.12%
5000 70
112
27 a3
0 "1'5I""I""I""I"'9'7I""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Cyclohexane, 1,3-dimethyl-,.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.62 127.92 ug/Il 3304860 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 93
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 81
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 81
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 76
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 76
Abundance Scan 1457 (10.620 min): VY002343.D (-1450) (-) m/z 97.10 100.00%
55 97
5000 " 112
‘ 69
10.40 10.60 10.80 11.00
o..,”.W.H.P.HL”.WJL.E?J””uq“'89Jh,%ﬁ;m..ﬁ?ﬁ,”.. m/z 55.10 91.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41 RS BN SN BN SN
112 10.40 10.60 10.80 11.00
69 m/z 112.20 36.08%
|

o

83
..,.1.5.3.,....,....,....,....,6.2...,....,....,....,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance

55 97

10.40 10. 60 10 80 11.00

5000 41 m/z 41.10 34.06%
112

27

69 83
48 62 76

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6747: Cyclohexane, 1,4-dimethyl- AN mmaE s I

55 o 10.40 10.60 10.80 11.00

! m/z 56.10 28.86%
5000 41
6 112
83
0..“%?,”.w.”.“.”,”.w.”.“.”,”...”.“.”,”.w.”.“.”

m/z--> 10 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00

82Y040820S.M Thu Apr 16 11:51:44 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Octane, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.29 147.20 ug/Il 3803070 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 68
2 Trichloroacetic acid. 4-methvilpe... 246 C8H13C1302 1000282-35-2 38
3 Octane 114 C8H18 000111-65-9 35
4 2-Bromononane 206 C9H19Br 002216-35-5 35
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 35

Abundance Scan 1567 (11.290 min): VY002343.D (-1558) (-) m/z 43.10 100.00%
57
5000 [
85 111
11.00 11.20 11.40 11.60
0 m/z 57.10 53.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12671: Octane, 2-methyl-
43
5000 o7
- 11.00 11.20 11.40 11.60
29 85 m/z 71.10 49 _.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
11.00 11.20 11.40 11.60
5000 71 m/z 41.10 47 .49%
29 | & | B w7
o 101 147 178 211
WWW‘TWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7618: Octane R AR mEREe L
43 11.00 11.20 11.40 11.60
m/z 69.10 39.70%
5000 -
29 4, 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Octane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.39 77.26 ug/1 1996200 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 90
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 74
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 53
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 49
Abundance Scan 1583 (11.388 min): VY002343.D (-1578) (-) m/z 57.10 100.00%
57
5000
43 98
70 11.00 11.20 11.40 11.60 11.80
0 ...,....',|'|...'I-,..IJI..,8.4...|', s 18 DT m/z 43.10  25.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12677: Octane, 3-methyl-
57
5000 43
29 11.00 11.20 11.40 11.60 11.80
o8 m/z 41.10 25.38%
0 \“ \‘\ L e | 113 18
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11,00 11.20 11.40 11.60 11.80
5000 a1 m/z 56.10 23.06%
29 71 99
o 14 85 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19176: Heptane, 4-propyl- B B e
57 11.00 11.20 11.40 11.60 11.80
m/z 98.10 18.71%
5000 43
98
o Il 7° 85 | 112 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002343.D

Aca On : 15 Apr 2020 17:34

Operator : SY/MD

Sample : L2281-02

Misc : 5.66G/5ML/MSVOA Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
Quant Title : 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 Benzene, l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.75 77.44 ug/1 24122900 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1806 (12.748 min): VY00234$3.D(-1798) ) m/z 105.10 100.00%
105
5000
120
77 91 AU SN
39 51 65 12.40 12.60 12.80 13.00
0..,....,....,....',....i'....,.'.'..,...|!',....-,l.'...,.'.-.'.,..-.'.-,-..1.??.1.??,....1,5?.2..,.. m/z 120.15  31.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 AU SN
120 12.40 12.60 12.80 13.00
m/z 91.10 15.31%
27 39 51 65 7 91
0”P”W”LP”h””W”WN”P”M””m”WMLP“W“”P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 77.10 14 .60%

120

s 27 3 51 65 7 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #9424: Benzene, 1-ethyl-4-methyl- e e
105 12.40 12.60 12.80 13.00

m/z 79.10 10.16%

5000
120

15 27 3 51 e 7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041520\
Data File : VY002343.D

Acq On : 15 Apr 2020 17:34

Operator : SY/MD

Sample - L2281-02

Misc : 5.66G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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]
Hexane, 2,2-dimet... 8.33 202.7 ug/l 3132060 2 8.70 772463 50.0
Pentane, 2,3,4-tr... 9.62 317.4 ug/l 4903490 2 8.70 772463 50.0
Pentane, 2,3,3-tr... 9.75 448.6 ug/l 6930120 2 8.70 772463 50.0
Heptane, 3-methyl- 9.96 213.7 ug/l 3300870 2 8.70 772463 50.0
Hexane, 2,2,4-tri... 10.12 82.3 ug/1 2126530 3 11.50 1291800 50.0
1,2-Cyclohexanedione 10.38 99.5 ug/1 2571130 3 11.50 1291800 50.0
Cyclohexane, 1,3-... 10.62 127.9 ug/l 3304860 3 11.50 1291800 50.0
Octane, 2-methyl- 11.29 147.2 ug/1 3803070 3 11.50 1291800 50.0
Octane, 3-methyl- 11.39 77.3 ug/l 1996200 3 11.50 1291800 50.0

4

Benzene, l-ethyl-_.. 12.75 77.4 ug/l1 24122900 13.44 15575500 50.0
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