LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/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 W\METHOD\82W012419S.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 2.148 38 40 41 rBV2 3245 2205 1.29% 0.158%
2 2.215 44 51 53 rBv8 9617 18194 10.61% 1.303%
3 2.251 53 57 58 rBv4 4552 6474 3.78% 0.464%
4 2.306 64 66 67 rBv2 4143 2649 1.55% 0.190%
5 2.995 177 179 184 rVB5 1893 2604 1.52% 0.187%
6 3.074 190 192 195 rvB4 2276 2355 1.37% 0.169%
7 3.337 234 235 238 rVB3 2596 2406 1.40% 0.172%
8 3.373 238 241 242 rBV3 3733 4368 2.55% 0.313%
9 3.397 242 245 249 rVV6 3621 7229 4.22% 0.518%
10 3.501 259 262 263 rVvv3 2905 2940 1.72% 0.211%
11 3.519 263 265 269 rVvv5 3476 5922 3.45% 0.424%
12 3.550 269 270 272 rVvv2 3284 2609 1.52% 0.187%
13 3.745 298 302 305 rVB6 2516 2464 1.44% 0.177%
14 4.117 359 363 366 rVvve 3398 5490 3.20% 0.393%
15 4.141 366 367 370 rVvv3 2926 2575 1.50% 0.184%
16 4_.373 400 405 408 rBV7 1956 2796 1.63% 0.200%
17 4.464 416 420 421 rBV3 2910 3755 2.19% 0.269%
18 4.568 433 437 441 rBV6 2096 2711 1.58% 0.194%
19 4.751 463 467 469 rBV5 1720 2261 1.32% 0.162%
20 4_.915 491 494 496 rBV3 3521 5146 3.00% 0.369%
21 4_.976 503 504 510 rVB6 2321 2336 1.36% 0.167%
22 5.086 517 522 524 rBV5 2303 2950 1.72% 0.211%
23 5.153 532 533 538 rVB5 2666 2913 1.70% 0.209%
24 5.202 538 541 543 rBV4 2061 2291 1.34% 0.164%
25 5.629 609 611 613 rBV3 2566 2329 1.36% 0.167%
26 5.909 655 657 658 rBV2 3356 2451 1.43% 0.176%
27 5.940 658 662 668 rvv9 5481 11421 6.66% 0.818%
28 6.397 734 737 739 rBv4 1863 2643 1.54% 0.189%
29 6.885 813 817 819 rBV5 1955 2327 1.36% 0.167%
30 7.116 845 855 863 rBV 15019 44469 25.94% 3.186%
31 7.458 906 911 912 rBV5 1884 2325 1.36% 0.167%
32 7.653 940 943 946 rBV4 1920 3389 1.98% 0.243%
33 7.708 949 952 955 rvv2 1975 2172 1.27% 0.156%
34 7.884 971 981 986 rVvv2 24620 65202 38.04% 4.671%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/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
Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S .M
SW846 8260

35 7.945 986 991 999 rvB2 48880 114340 66.70% 8.191%

36 8.043 1005 1007 1010 rvVvB4 2230 2343 1.37% 0.168%
37 8.147 1020 1024 1027 rVV5 1824 2803 1.64% 0.201%
38 8.305 1040 1050 1060 rvB2 26673 63123 36.82% 4.522%
39 8.427 1062 1070 1072 rBVS8 2569 5768 3.36% 0.413%
40 8.518 1083 1085 1089 rVB5 2289 2504 1.46% 0.179%
41 8.671 1106 1110 1112 rBVS5 1737 2615 1.53% 0.187%
42 8.732 1116 1120 1123 rVB6 2002 3188 1.86% 0.228%
43 8.762 1123 1125 1128 rVB3 2483 3178 1.85% 0.228%
44 8.842 1131 1138 1147 rVB 67442 135404 78.99% 9.700%
45 9.031 1166 1169 1171 rBV4 3895 4760 2.78% 0.341%
46 9.256 1204 1206 1210 rVB5 2011 2434 1.42% 0.174%
47 9.287 1210 1211 1214 rBV3 3121 3665 2.14% 0.263%
48 9.372 1222 1225 1226 rBV3 2364 2415 1.41% 0.173%
49 9.390 1226 1228 1230 rVV3 3031 2615 1.53% 0.187%
50 9.695 1276 1278 1280 rVB3 3143 2900 1.69% 0.208%
51 9.726 1280 1283 1285 rBv4 2846 3703 2.16% 0.265%
52 9.939 1315 1318 1319 rBV2 3136 2652 1.55% 0.190%
53 9.957 1319 1321 1322 rVV2 2387 2341 1.37% 0.168%
54 10.000 1325 1328 1330 rVvv4 3559 4416 2.58% 0.316%
55 10.195 1358 1360 1362 rBV3 1692 2297 1.34% 0.165%
56 10.323 1374 1381 1388 rVVv2 93701 171421 100.00% 12.280%
57 10.390 1390 1392 1395 rVB3 2954 2938 1.71% 0.210%
58 10.610 1427 1428 1432 rBV4 2915 3157 1.84% 0.226%
59 10.707 1440 1444 1445 rVvVv4 3900 4815 2.81% 0.345%
60 10.725 1445 1447 1449 rVV3 2880 2769 1.62% 0.198%
61 10.762 1449 1453 1455 rVV5 3053 4332 2.53% 0.310%
62 10.805 1459 1460 1463 rBV3 2766 2785 1.62% 0.200%
63 10.945 1481 1483 1490 rVBS8 3521 7301 4._.26% 0.523%
64 11.036 1492 1498 1500 rBV7 5173 9135 5.33% 0.654%
65 11.110 1508 1510 1511 rVB2 3541 2371 1.38% 0.170%
66 11.335 1545 1547 1549 rBV3 2476 2576 1.50% 0.185%
67 11.408 1557 1559 1560 rBV 3738 2462 1.44% 0.176%
68 11.518 1571 1577 1580 rBV7 9547 20505 11.96% 1.469%
69 11.628 1590 1595 1602 rVB 73341 130244 75.98% 9.330%
70 11.817 1622 1626 1628 rBvV4 3788 4604 2.69% 0.330%
71 11.859 1629 1633 1634 rVv4 5493 5716 3.33% 0.409%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/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_W\METHOD\82W012419S.M
Title : SW846 8260
72 11.902 1638 1640 1643 rBv4 4412 5788 3.38% 0.415%
73 12.012 1656 1658 1659 rBV2 3269 2840 1.66% 0.203%
74 12.237 1693 1695 1696 rBV2 4582 2440 1.42% 0.175%
75 12.256 1696 1698 1702 rVB5 6356 7629 4._.45% 0.547%
76 12.292 1702 1704 1705 rBV2 3812 3121 1.82% 0.224%
77 12.499 1733 1738 1739 rBV5 7110 11523 6.72% 0.825%
78 12.621 1752 1758 1762 rBV2 54219 98121 57.24% 7.029%
79 12.841 1792 1794 1796 rBV3 4727 6494 3.79% 0.465%
80 13.097 1832 1836 1837 rBv4 12322 16620 9.70% 1.191%
81 13.298 1866 1869 1872 rBV5 6828 9926 5.79% 0.711%
82 13.487 1898 1900 1902 rBV2 6284 4700 2.74% 0.337%
83 13.560 1908 1912 1917 rVB 47197 69242 40.39% 4._.960%
84 13.877 1960 1964 1968 rBV7 13694 22313 13.02% 1.598%
85 14.097 1998 2000 2005 rVB6 15005 15616 9.11% 1.119%
86 14.207 2016 2018 2023 rVB6 9321 12748 7.44% 0.913%
87 14.261 2025 2027 2028 rBV2 5675 4146 2.42% 0.297%
88 14.353 2038 2042 2043 rBv4 5912 8142 4._75% 0.583%
89 14.499 2063 2066 2071 rBV7 11885 24180 14.11% 1.732%
90 14.719 2100 2102 2104 rBV3 5233 3889 2.27% 0.279%
91 14.798 2111 2115 2120 rBVS8 10930 21871 12.76% 1.567%
92 14.847 2120 2123 2124 rBV3 7133 7562 4.41% 0.542%
93 15.078 2157 2161 2164 rBV6 9017 14057 8.20% 1.007%
94 15.237 2185 2187 2189 rBV3 4719 4738 2.76% 0.339%
95 15.420 2215 2217 2222 rVB6 4618 6328 3.69% 0.453%
96 15.651 2253 2255 2258 rBV4 4134 5212 3.04% 0.373%
97 15.804 2278 2280 2283 rBV3 3216 2915 1.70% 0.209%
98 15.853 2286 2288 2289 rBV2 4038 2627 1.53% 0.188%
99 16.389 2371 2376 2381 rVV9 6568 14487 8.45% 1.038%
100 16.560 2400 2404 2406 rBV5 2443 3657 2.13% 0.262%

Sum of corrected areas: 1395898
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method

- Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S.M
Quant Title :

SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance
100000

80000

60000

40000

20000

TIC: VW008558.D

M1 4 374857 475 828 6950 563 5910

BHERES 3.74

0
Time-->

2.00 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80

Abundance
100000

80000

60000

40000

20000

TIC: VW008558.D

10.32 11.63

8.84

11.i

Time-->

04

T — — T — T
9.00 9.50 10.00 10.50

Abundance
100000

80000

60000

40000

20000

1860.0 f’s

0

TIC: VW008558.D

12.62 13.56

14.10

.4.014‘4

1388 |14 it

13.449

Time-->

N T T T T T T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknown2.21 Concentration Rank 10

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

2.21 7.96 ug/l 18194 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(4H-1.2.4-triazol-4-v1)- 161 C8H7N30 1000362-60-3 25
2 2-Ethvlacridine 207 C15H13N 055751-83-2 23
3 1-Propene. 1l-chloro-2-methvl- 90 C4H7CI 000513-37-1 13
4 Pvrazololl.5-alpvridine. 3-methv... 208 C14H12N2 017408-32-1 11
5 2,3-Dihydroxy-6-nitroquinoxaline 207 C8H5N304 002379-56-8 11

Abundance Scan 50 (2.209 min): VW008558.D (-44) (-) m/z 207.00 100.00%
55 207
39
191
5000 79 177
103 435 283 N
8! 19 158 225 256 200 220 240 2.60
Obrrrrrr el m/z 55.10 84 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31814: Phenol, 3-(4H-1,2,4-triazol-4-yl)-
39
5000 LR R R N

2.I00 220 240 2.60
m/z 39.05 78.90%

134

93107

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192207
LA e
200 220 240 2.60
5000 m/z 41.05 74.11%
o 62 76 9% 114 151166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2363: 1-Propene, 1-chloro-2-methyl- i e
39 5 200 220 240 2.60
m/z 207.90 63.12%
5000 90
75
15
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 tert-Butyldimethylsilanol Concentration Rank 1

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

7.12 19.45 ug/Il 44469 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tert-Butvldimethvisilanol 132 C6H160Si1 018173-64-3 64
2 Butane. 2-methvl-3-(methvithio)- 118 C6H14S 053897-51-1 64
3 Silanol. trimethvl- 90 C3H100Si 001066-40-6 64
4 Silanol. dimethvl(1.1.2-trimethyv... 160 C8H200Si 055644-10-5 56
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 50

Abundance Scan 856 (7.122 min): VW008558.D (-845) (-) m/z 75.00 100.00%
75
5000
® 6.80 7.00 7.20 7.40
59 : : : :
o 20 4 96 to7i41 162177191208 2s3 281 R mer e ooy
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14384: tert-Butyldimethylsilanol
75
5000
6.80 7.00 7.20 7.40
45 m/z 47.00 13.19%
0 29 n 61 L 99 117132
miz--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
75
6.80 7.00 7.20 7.40
5000 43 m/z 75.90 8.21%
27 118
o 61 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2245: Silanol, trimethyl-
75 6.80 7.00 7.20 7.40
m/z 76.80 3.73%
5000
45
0 \H 59 | 89
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl13.10 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.10 12.00 ug/Il 16620 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3(2H)-Furanone. dihvdro-5-isopro... 128 C7H1202 034004-69-8 35
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 22
3 DL-Leucine. N-alvcvl- 188 C8H16N203 000688-14-2 22
4 Decane. 5-methvl- 156 C11H24 013151-35-4 22
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 22
Abundance Scan 1837 (13.103 min): VW008558.D (-1832) (-) m/z 57.05 100.00%
43 57
5000
| 1280 13.00 13.20 13.40
Obrrrr L m/z 43.10 86.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12297: 3(2H)-Furanone, dihydro-5-isopropyl-
’ 85
5000 41 LR BN SRR BN SRS
128 12.80 13.00 13.20 13.40
m/z 71.00 70.30%
0 1 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
11280 13.00 13.20 13.40 |
5000 57 711 85 m/z 41.10 59.72%
29
ol 14 128
mmmwmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51960: DL-Leucine, N-glycyl- L B B B R
3 12.80 13.00 13.20 13.40
m/z 85.10 39.01%
5000
114
70 861007 132 154168 188

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl3.88 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 16.11 ug/Il 22313 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octvldecvl acetate 312 C20H4002 1000368-55-8 43
2 11-Tridecen-1-ol 198 C13H260 1000130-96-8 43
3 6-Methvl-4_.5-tetramethvlenetetra... 185 C9H15NOS 1000102-28-1 27
4 Cvclononanone. 2-hvdroxy- 156 C9H1602 000496-83-3 22
5 3-Tetradecene, (E)- 196 C14H28 041446-68-8 22
Abundance i Scan 1964 (13.877 min): VW008558.D (-1960) (-) m/z 41.10 100.00%
57

5000

13.60 13.80 14.00 14.20

(o} m/z 43.00 94 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154911: 2-Octyldecyl acetate
43
5000 83 TTT LN O N O TT T T

T T T T
13.60 13.80 14.00 14.20

139:154 m/z 57.05 88.68%
181196 224 252259 294

2]

2

O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R R REREEEE R m
13.60 13.80 14.00 14.20
5000 m/z 69.00 48.61%
9 111 180
138154 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49783: 6-Methyl-4,5-tetramethylenetetrahydro-1,3-oxazine-... A EEmEEEEE
13.60 13.80 14.00 14.20

m/z 67.10 42 _.12%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

82W012419S.M Mon Feb 11 10:40:03 2019

Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl14.10 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.10 11.28 ug/Il 15616 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.3.410xadiazole. 2-chloromethy... 208 C10H9CIN20 1000311-20-6 27
2 3-(4-Cvanomethvl-1H-pvrrol-3-vI)... 159 C9HON3 106491-24-1 27
3 Benzoic acid. 2-methvl-. trimeth... 208 C11H1602Si 055557-15-8 27
4 Benzoic acid. 2-amino-. butvl ester 193 C11H15NO02 007756-96-9 27
5 Glycine, N-(m-toluoy)-, methyl e... 207 C11H13NO3 1000299-63-8 27
Abundance Scan 2001 (14.103 min): VW008558.D (-1998) (-) m/z 119.05 100.00%

5000

134

208

13.80 14.00 14.20 14.40
m/z 134.00 31.68%

158 175 191

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67251: [1,3,4]Oxadiazole, 2-chloromethyl-5-m-tolyl-

5000
13.80 14.00 14.20 14.40

m/z 69.10 24 .20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
NN NS RS
13.80 14.00 14.20 14.40
5000 m/z 91.00 20.71%

159

65
28 51 79 92105 | 133

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

Abundance #67422: Benzoic acid, 2-methyl-, trimethylsilyl ester e A REamsuass

119 193 13.80 14.00 14.20 14.40
m/z 104.95 20.59%

91
5000 149
65 208
45

b B daos )38 L o AL D e D

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 W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl4.21 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.21 9.21 ug/l 12748 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Hexvnenitrile 93 CG6H7N 014918-21-9 32
2 2-Hvdroxv-5-nitro-4-picoline 154 C6H6N203 021901-41-7 22
3 Tetrazololl.5-alpvrimidine. 6-(3... 193 C7H7N502 201053-52-3 22
4 1H-1.2.3.4-Tetrazole. 5-(1H-pvra... 136 C4H4N6 1000351-28-9 22
5 1,1-Dicyanoethane 80 C4H4N2 003696-36-4 12
Abundance Scan 2019 (14.213 min): VW008558.D (-2016) (-) m/z 91.05 100.00%

71 91105119 207
159
44
5000 37 173
9 283 LRSI ORI SRS BRI B
1 267 13.80 14.00 14.20 14.40 14.60
(o} m/z 71.30 93.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2497: 5-Hexynenitrile
5
5000 27

13.80 14.00 14.20 14.40 14.60
m/z 105.10  92.94%

92
0l 12 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
53
137 AU BN RN
13.80 14.00 14.20 14.40 14.60
5000 m/z 207.05 89.03%
154
68 83

109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #55564: Tetrazolo[1,5-a]pyrimidine, 6-(3-hydroxy-2-oxopropyl) L e e e
13.80 14.00 14.20 14.40 14.60
m/z 118.95 86.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl14.50 Concentration Rank 2

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

14.50 17.46 ug/Il 24180 1,4-Dichlorobenzene-d4 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Chlorovaleric acid. 5-tetradec... 332 C19H37CIl02 1000299-91-9 14

2 Imidazoll.2-alpvrimidine 119 C6H5N3 000274-95-3 10

3 Ethanone. 1-(4-ethviphenvl)- 148 C10H120 000937-30-4 10
4 4-Aminonicotinonitrile 119 C6H5N3 015827-84-6 10

5 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 10
Abundance Scan 2066 (14.499 min): VW008558.D (-2063) (-) m/z 119.10 100.00%

119
41 85 133
5000
56 71
10 14.20 14.40 14.60 14.80
o} m/z 41.05 60.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #170821: 5-Chlorovaleric acid, 5-tetradecyl ester

14.20 14.40 14.60 14.80
m/z 85.20 58.84%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
R A BEARREEEEEE S
14.20 14.40 14.60 14.80
5000 m/z 133.10 57.23%
4 65 92
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22671: Ethanone, 1-(4-ethylphenyl)- A R maa
133 14.20 14.40 14.60 14.80
m/z 81.20 47 . 74%
5000
105 148
79
Rl B A REEE e L R A RARsaERE L aEa e EARRREEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl14.80 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.80 15.79 ug/Il 21871 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Toluic acid. 1-(cvclopentvlDet... 232 C15H2002 1000293-33-0 27
2 Cvclohexanethiol 116 C6H12S 001569-69-3 25
3 9-Octadecene. 1.1-dimethoxv-. (Z2)- 312 C20H4002 015677-71-1 22
4 1.19-Eicosadiene 278 C20H38 014811-95-1 18
5 1,10-Dicyanodecane 192 C12H20N2 004543-66-2 14
Abundance Scan 2115 (14.798 min): VW008558.D (-2111) (-) m/z 119.00 100.00%
119
41 55 83
5000

14.40 14.60 14.80 15.00 15.20

0 m/z 41.10 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87684: m-Toluic acid, 1-(cyclopentyl)ethyl ester
119
96
5000 TT T T[T T T T [T T T T[T T TT[TT
67 14.40 14.60 14.80 15.00 15.20
41 m/z 83.05 70.88%
27 ‘ 81 137
Ohrerpatrl st e ke 203, 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
83 S
a1 14.40 14.60 14.80 15.00 15.20
5000 116 m/z 55.00 65.60%
27
69 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154958: 9-Octadecene, 1,1-dimethoxy-, (2)- N e o
7 14.40 14.60 14.80 15.00 15.20
m/z 66.95 43.83%

5000

96
110125

152166 184 222 248 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl15.08 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.08 10.15 ug/I 14057 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone. 5-methvl- 148 C9H802 054120-64-8 18
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 12
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 12
4 Naphthalene. 2-(l1-methvlethvI)- 170 C13H14 002027-17-0 11
5 4-Methylbenzamide, N-(3,4-methyl... 282 C16H14N203 339360-14-4 11

Abundance Scan 2161 (15.078 min): VW008558.D (-2157) (-) m/z 155.00 100.00%

3 1

5000

14.80 15.00 15.20 15.40

0 m/z 132.95 96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23278: 1(3H)-Isobenzofuranone, 5-methyl-
119
5000 LA L L L L L L L
o 148 14.80 15.00 15.20 15.40
39 m/z 119.05 84 .36%
o ‘m 105 133 |
”w.u.P“.P.“P.”,“”,”.w”.w.”w.“..”...”..”,”“,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119133
A
14.80 15.00 15.20 15.40
5000 148 m/z 85.00 80.25%
91105
51 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22796: Benzene, 2,4-diethyl-1-methyl- e AR mEEE L
133 14.80 15.00 15.20 15.40
119 m/z 54.90 68.72%
5000 148
. 9105
. 15 39 6
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW020719\
Data File : VW008558.D

Aca On : 07 Feb 2019 17:43

Operator : SY/VA

Sample : K1390-08

Misc : 4_55G/5ML/MSVOA W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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 unknownl6.39 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.39 10.46 ug/Il 14487 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane-1-ethvnvl 160 C12H16 040430-66-8 30
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 22
3 1H-Imidazole. 4.5-dihvdro-4-meth... 160 C10H12N2 000939-06-0 22
4 Hex-1-envlbenzene 160 C12H16 000828-15-9 18
5 3-Penten-2-one, 5-phenyl- 160 C11H120 010521-97-8 18
Abundance Scan 2376 (16.389 min): VW008558.D (-2371) (-) m/z 117.20 100.00%
281
5000
262 16.00 16.20 16.40 16.60
(o} m/z 118.10 78.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30874: Adamantane-1-ethynyl
160
5000 39 o 7
7 131145 16.00 16.20 16.40 16.60
3 m/z 105.10 67.89%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118
160 16.00 16.20 16.40 16.60
5000 % 145 m/z 281.20 54 _.90%
ol.14 28 a2 © 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30731: 1H-Imidazole, 4,5-dihydro-4-methyl-2-phenyl- ey
117 145 16.00 16.20 16.40 16.60
160 m/z 160.15 53.68%
131
77
5000 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW020719\
Data File : VW008558.D

Acq On : 07 Feb 2019 17:43

Operator : SY/VA

Sample - K1390-08

Misc : 4_55G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W012419S_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]
unknown2 .21 2.21 8.0 ug/Il 18194 1 7.95 114340 50.0
tert-Butyldimethy. .. 7.12 19.4 ug/I1 44469 1 7.95 114340 50.0
unknown13.10 13.10 12.0 ug/I1 16620 4 13.56 69242 50.0
unknownl13.88 13.88 16.1 ug/I 22313 4 13.56 69242 50.0
unknownl14 .10 14.10 11.3 ug/I1 15616 4 13.56 69242 50.0
unknownl4 .21 14.21 9.2 ug/l 12748 4 13.56 69242 50.0
unknown14 .50 14.50 17.5 ug/I1 24180 4 13.56 69242 50.0
unknownl14 .80 14.80 15.8 ug/I1 21871 4 13.56 69242 50.0
unknownl15.08 15.08 10.2 ug/I1 14057 4 13.56 69242 50.0
unknown16 .39 16.39 10.5 ug/I1 14487 4 13.56 69242 50.0
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