LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/10ML/MSVOA_W/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO41421SMA.M
Title : SFAMO1.0

Signal : TIC: VWO18831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.154 36 41 47 rBV 16766 37020 2.43% 0.280%
2 2.203 47 49 56 rVB5 3743 8964 0.59% 0.068%
3  2.355 68 74 85 rVB 73252 142489 9.37% 1.078%
4 2.892 154 162 176 rVB 60658 156062 10.26% 1.181%
5 3.026 183 184 187 rVvB2 1495 1002 0.97% 0.008%
6 3.117 197 199 200 rBvV2 1011 560 0.04% 0.004%
7 3.379 240 242 244 rBV2 1128 1221 0.08% 0.009%
8 3.398 244 245 251 rVB3 1038 1089 0.097% 0.008%
9 3.520 262 265 267 rBV2 452 507 0.03% 0.004%
10 3.574 271 274 276 rBv4 919 1305 0.09% 0.010%
11 3.684 287 292 295 rBVS 641 1422 0.09% 0.011%
12 3.904 324 328 332 rVB2 399 679 0.04% 0.005%
13 4.019 336 347 361 rBV 109741 351910 23.15% 2.662%
14 4.129 361 365 379 rVB 7940 21173 1.39% 0.160%
15 4.410 399 411 428 rVW3 15036 75085 4.94% 0.568%
16 4.519 428 429 434 rVWW4 677 794 0.05% 0.006%
17 4.751 464 467 470 rBvV2 535 761 0.05% 0.006%
18 4.922 481 495 520 rBV2 61044 226937 14.93% 1.717%
19 5.190 528 539 540 rBv3 1368 2949 0.19% 0.022%
20 5.409 572 575 576 rW 607 574 0.04% 0.004%
21 5.440 576 580 584 rVB2 1139 1826 ©.12% 0.014%
22 5.586 600 604 610 rVB3 433 841 0.06% 0.006%
23 5.940 652 662 674 rBv4 14255 44924 2.95% 0.340%
24 6.208 704 706 712 rVB3 653 997 0.07% 0.008%
25 6.921 820 823 825 rBV3 917 1119 ©0.97% ©0.008%
26 7.007 835 837 840 rVB3 478 541 ©0.04% 0.004%
27 7.080 840 849 855 rBV 54768 156428 10.29% 1.184%
28 7.141 855 859 874 rVB 40577 108203 7.12% 0.819%
29 7.433 906 907 913 rVB4 771 818 0.05% 0.006%
30 7.543 916 925 932 rBV5 1585 3840 0.25% 0.029%
31 7.647 932 942 953 rBV 273983 668430 43.97% 5.057%
32 7.909 979 985 987 rBV3 547 1176 0.08% 0.009%
33 7.952 987 992 996 rvVB5 1751 2408 0.16% 0.018%
34 8.037 1000 1006 1007 rBV4 596 655 0.04% 0.005%
35 8.141 1020 1023 1024 rBvV2 433 539 0.04% 0.004%

36 8.275 1032 1045 1063 rBV2 473916 1520343 100.00% 11.503%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/10ML/MSVOA_W/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO41421SMA.M
Title : SFAMO1.0
37 8.482 1075 1079 1081 rvB3 464 597 0.04% 0.005%
38 8.506 1081 1083 1089 rvVB6 586 807 0.05% 0.006%
39 8.561 1089 1092 1095 rVB3 487 660 0.04% 0.005%
40 8.647 1104 1106 1109 rVB2 761 671 0.04% 0.005%
41  8.689 1109 1113 1114 rBV2 1687 2115 0.14% 0.016%
42 8.842 1129 1138 1151 rBV 703905 1403427 92.31% 10.618%
43 8.994 1157 1163 1168 rVB5 806 1786 0.12% 0.014%
44  9.079 1168 1177 1185 rBvV8 6187 17341 1.14% 0.131%
45  9.275 1199 1209 1225 rBV 361951 741688 48.78% 5.611%
46 9.464 1237 1240 1241 rBV2 970 1010 0.07% 0.008%
47  9.482 1241 1243 1244 rW2 736 545 0.04% 0.004%
48 9.512 1247 1248 1253 rVB4 875 768 0.05% 0.006%
49 9.665 1268 1273 1279 rBV7 2363 5182 0.34% 0.039%
50 9.714 1279 1281 1282 rBV2 729 541 0.04% 0.004%
51 9.762 1282 1289 1295 rBvV8 3269 7809 0.51% 0.059%
52 9.811 1295 1297 1303 rBV5 727 1268 0.08% 0.010%
53 9.890 1304 1310 1320 rVB5 6563 15329 1.01% 0.116%
54 10.037 1322 1334 1347 rBV 162581 295773 19.45%  2.238%
55 10.134 1347 1350 1355 rVvB4 1511 2303 0.15% 0.017%
56 10.213 1358 1363 1366 rBV3 5319 9159 0.60% 0.069%
57 10.250 1366 1369 1373 rVB 3373 5105 ©0.34% 0.039%
58 10.323 1373 1381 1388 rBV 557594 972594 63.97% 7.358%
59 10.390 1388 1392 1397 rVB 9574 15478 1.02% 0.117%
60 10.469 1403 1405 1406 rBV2 1344 657 0.04% 0.005%
61 10.488 1406 1408 1410 rBV3 1775 2111  0.14% 0.016%
62 10.579 1416 1423 1433 rVB 103873 181098 11.91% 1.370%
63 10.701 1437 1443 1450 rBV 58588 106741 7.02%  ©0.808%
64 10.780 1450 1456 1458 rBV6 3789 6555 0.43% 0.050%
65 10.847 1465 1467 1474 rVB8 4169 7363 0.48% 0.056%
66 10.927 1474 1480 1497 rBV 210471 365399 24.03% 2.765%
67 11.061 1497 1502 1509 rBV 20892 36100 2.37% 0.273%
68 11.177 1518 1521 1525 rBV6 3093 4665 0.31% 0.035%
69 11.280 1536 1538 1543 rBV6 2052 4036 0.27% 0.031%
70 11.335 1545 1547 1550 rvw4 1521 1589 0.10% 0.012%
71 11.439 1558 1564 1570 rBvV2 45288 80186 5.27% 0.607%
72 11.634 1588 1596 1605 rVvV 848612 1472679 96.86% 11.142%
73 11.725 1609 1611 1616 rVB6 2951 3837 0.25% 0.029%
74 11.823 1625 1627 1631 rVB5 2094 2390 0.16% ©0.018%
75 11.963 1649 1650 1651 rBV 1905 1108 ©0.07% ©0.008%
76 12.006 1655 1657 1658 rBV2 1977 1509 0.10% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/10ML/MSVOA_W/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO41421SMA.M
Title : SFAMO1.0
77 12.122 1672 1676 1680 rVB5 5243 7734 0.51% 0.059%
78 12.195 1685 1688 1692 rVB6 4604 7358 0.48% 0.056%
79 12.329 1704 1710 1714 rBV8 6259 14205 0.93% 0.107%
80 12.439 1722 1728 1735 rBV5 15605 35387 2.33% 0.268%
81 12.603 1747 1755 1763 rBV2 100392 212840 14.00% 1.610%
82 12.695 1763 1770 1777 rVB 308513 528005 34.73% 3.995%
83 12.884 1791 1801 1806 rBvV2 29058 72676  4.78%  ©.550%
84 12.963 1806 1814 1819 rVB4 23934 64875 4.27% 0.491%
85 13.121 1838 1840 1843 rBV4 6477 8421 ©.55% 0.064%
86 13.195 1848 1852 1858 rVB3 38868 63188 4.16% 0.478%
87 13.262 1859 1863 1864 rBv4 11416 16375 1.08% 0.124%
88 13.292 1864 1868 1872 rBvV2 37019 63770 4.19% 0.482%
89 13.408 1882 1887 1891 rBV 65984 100891 6.64% 0.763%
90 13.554 1905 1911 1916 rBV 637399 1067583 70.22% 8.077%
91 13.597 1916 1918 1927 rVB2 79171 151008 9.93% 1.142%
92 13.768 1938 1946 1950 rBV6 35067 98673 6.49% 0.747%
93 13.853 1954 1960 1966 rVV 460494 765268 50.34% 5.790%
94 14.072 1992 1996 2008 rVB5 55898 163359 10.74% 1.236%
95 14.194 2013 2016 2020 rVB5 18356 24753 1.63% 0.187%
96 14.261 2022 2027 2029 rBV3 29175 53304 3.51% 0.403%
97 14.414 2049 2052 2060 rVB 58094 102114 6.72% 0.773%
98 14.518 2063 2069 2076 rVB5 42495 103688 6.82% 0.784%
99 15.066 2155 2159 2164 rBV4 23188 48828 3.21% 0.369%
100 15.438 2211 2220 2223 rBV6 42277 117483 7.73% 0.889%

Sum of corrected areas: 13217356
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW018831.D\data.ms
800000

700000
600000
500000
400000
300000

200000
4.019
100000 2.355 2 892 4922

24503\ /\3.2617 BEBEEBGs4 3.90,/\039 4.43%19 4751 5.190 554089586 5940 6208

Time--> 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 6.80
Abundance TIC: VW018831.D\data.ms

800000

o

11.634

700000 8.842

600000 10.323
500000 8.275

400000 9.275

300000 7.647
200000 10.037

100000

798011
.97209%(\ 7.43%4 7RE8e87141 | S4EEBA3) |8.90479 | | IR 689£a890)/101106a7
R e = L e

‘ = —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW018831.D\data.ms

800000

o

700000 13.554

600000

500000

400000

300000

200000

100000

= T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWe18831.D

Acqg On : 28 Apr 2021 19:31

Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknown-01 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.884 1.70 ug/L 72676 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,3-bis(2-fluorobenzoyl...

2 2-Fluorobenzoic
3 2-Fluorobenzoic
4 4-Fluorobenzoic
5 3-Fluorobenzoic

acid, cyclohexyl..
acid, 2-methylpe...
acid, pent-2-en-...
acid, 3-methylbu...

354 C20H12F204
. 222 C13H15F02
224 C13H17F02
204 C12H9F02

208 C12H13F02

Abundance Scan 1801 (12.884 min): VW018831.D\data.ms (-1791) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

294874-06-9 43
000392-06-3 43
1000354-70-2 38
1000299-15-2 27
154559-38-3 27

m/z 123.05 100.00%

123.1
69.0
— —
L 041 12.50 13.00
‘ “““““ R m/z 95.05 65.33%
50 100 150 200 250 300 350
#186441: Benzene, 1,3-bis(2-fluorobenzoyloxy)-
123.0
— —
12.50 13.00
75.0 m/z 69.00  39.68%
39.0 | | 159.0 231.0 281.0 354.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\
50 100 150 200 250 300 350
#78970: 2-Fluorobenzoic acid, cyclohexyl ester
123.0
— —
12.50 13.00
m/z 81.05 36.15%
82.0
41.0 “
W\ A -1 I
100 150 200 250 300 350
#80866. 2-Fluorobenzoic acid, 2-methylpentyl ester “ —
123.0 12.50 13.00
m/z 156.10 35.13%
84.0 ’/\)\
100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.963 1.52 ug/L 64875 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 38
2 Carbonic acid, butyl 4-nitrophen... 239 C11H13NO5 1000357-85-2 38
3 Isobutyl octyl carbonate 230 C13H2603 1000372-74-6 38
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 37
5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 1000365-19-6 27
Abundance Scan 1814 (12.963 min): VW018831.D\data.ms (-1806) (- m/z 57.00 100.00%
571.0
5000
83.0
109.0 [
ﬂ‘ m | M 13?1 169.9 13.00 .
R L L T D R B N RRRRARS m/z 69.10 37.78%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87665: Tetradecane, 1-chloro-
571.0
91.0
5000 T
13.00
29.0 m/z 56.10 37.60%
TTTT \‘\‘\ \“‘1 T \”!“ \‘1‘1 T ‘M\ 1‘ \‘”‘ \“11‘\1\?\.9\‘ \1’4\.\7\(\)‘ \1\7\\5‘\0\ \2\9\3\9\ ‘2\:\3\2\‘0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92907: Carbonic acid, butyl 4-nitrophenyl ester
51.0 139.0
——
290 13.00
5000 m/z 41.00 36.26%
109.0
el bl 8200 L b 1860 2000
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85972: Isobutyl octyl carbonate ——
57.0 13.00
m/z 71.10 35.94%
5000
29.0“ ‘ H 830 4120
e L a0 7s0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.195 1.48 ug/L 63188 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 35
2 Bicyclo[2.2.1]heptan-2-01, 3,3-d... 140 C9H160 005957-68-6 27
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 27
4 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 25
5 trans-3-Decene 140 C10H20 019150-21-1 25

Abundance Scan 1852 (13.195 min): VW018831.D\data.ms (-1848) (- m/z 57.05 100.00%

57.0
5000
95.0
e —
. 139.2 1799 2 13.00 13.50
: 22038z 41.e5  51.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
5000 e —
13.00 13.50
m/z 56.00 36.00%
85.0 112.0
141-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18791: Bicyclo[2.2.1]heptan-2-ol, 3,3-dimethyl-
41.0
69.0 = =L
13.00 13.50
m/z 95.00 35.21%
5000 107.0
LLL LI L] | o
| |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl- T 7
57.0 13.00 13.50
m/z 55.10 33.77%
5000
83.0
L
S 10 N N A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tridecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.408 2.36 ug/L 100891 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 53
2 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 53
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 47

Abundance Scan 1887 (13.408 min): VW018831.D\data.ms (-1882) (- m/z 57.05 100.00%
.0

57
5000
.
5.0127'1 13.50
A B 1870 2220 0y 71010 70.97%
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 T
13.50
m/z 85.10 48.26%
99.0 183.0
Z\QH\D‘\“‘“‘\ “1 \‘”\ “‘ \‘ T ‘1\4\‘1‘0‘\ T \‘\ LA B B B \3‘1\0'
m/z--> 50 100 150 200 250 300
Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester
71.0
——
13.50
5000 ITI/Z 43.00 48.11%
29.0 H
Ay o ero
miz—> 50 100 150 200 250 300
Abundance #48915: Nonane, 5-methyl-5-propyl- —
71.0 13.50
m/z 41.00 38.83%
5000
127.0
29% ‘
‘dh‘h‘w‘m‘\“L‘J“ R B B A B —
m/z--> 50 100 150 200 250 300 13.50

SFAMWLMO41421SMA.M Sun May 09 00:36:07 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.768 2.31 ug/L 98673 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 43
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 38
3 1-(3-Isobutyryl-bicyclo[1.1.1]pe... 208 C13H2002 1000287-95-8 38
4 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 35
5 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 35
Abundance Scan 1946 (13.768 min): VW018831.D\data.ms (-1938) (-  m/z 71.10 100.00%
71.1
43.1
5000
95.1
123.1 —— ——
193.1 13.50 14.00
166.2
il u‘hm,“uH_mw“ b m/z 43.10 59.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38333: Undecane, 4-methyl-
43.0
71.0
5000 —— P
13.50 14.00
m/z 41.00 55.08%
| Leso 280 g
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\1\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6708: 1-Hexene, 4,5-dimethyl-
’2
430 71.0
—— —
13.50 14.00
5000 ITI/Z 57 .00 54.30%
sl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67763: 1-(3-Isobutyryl-bicyclo[1.1.1]pent-1-yl)-2-methylp Rt M
43.0 13.50 14.00
m/z 70.05 54.11%
5000
71.0
B e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzoic acid, 2-[(trimethyl... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.073 3.83 ug/L 163359 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-[(trimethylsilyl... 282
2 11H-Dibenzo[b,e][1,4]diazepin-11... 267

C13H2203Si2
C16H17N30

003789-85-3 53
013450-73-2 38

3 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 23
4 4-Methylcatechol, bis(trimethyls... 268 C13H2402Si2 1000332-79-9 14
5 Benzeneacetic acid, trimethylsil... 208 C11H1602Si 002078-18-4 11

Abundance Scan 1996 (14.072 min): VW018831.D\data.ms (-1992) (- m/z

73.00 100.00%

73.0
5000 267.0
Ay
a0 10904371 19293930 | 14.00
’\\\\‘i“‘\‘\\“\‘“\‘\H\“\““‘\‘\\\‘\\‘h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\“\\‘\\‘\\‘\\ m/z 267.09 49.12%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsil
73.0
A
5000 — ‘
267.0 14.00
450 - m/z 95.10 15.79%
| 1050 7716301930 2330 |
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116510: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-am
30.0 118.0
77.0
1810 5939 2670 e :
14.00
5000 ITI/Z 55.00 15.12%
153.0
,ﬂﬂqh
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)me e |
73.0 14.00
m/z 267.90 11.72%
5000
267.0
44.0
| 1040 151.0179.020903379 | A

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1-Bromoadamantane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.414 2.39 ug/L 102114 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromoadamantane 214 C10H15Br 000768-90-1 72
2 4-Amino-2,6-dimethyl-3-pyridyl 1... 300 C18H24N202 1000260-99-2 72
3 1-n-butyladamantane 192 C14H24 014449-41-3 64
4 1-Ethyl-1(1-cyclobutylidenethyl)... 164 C12H20 1000215-13-7 64
5 Heptafluorobutanoic acid, 1-adam... 362 C15H17F702 1000282-96-9 64

Abundance Scan 2052 (14.414 min): VW018831.D\data.ms (-2049) (- m/z 135.05 100.00%

135.1
5000
93.0
e
41.0 14.50
S " “M b, ‘1‘?5‘0‘ 042 m/z 93.00  28.33%
miz—-> 50 100 150 200 250 300
Abundance #72226: 1-Bromoadamantane
1356.0
5000 L
14.50
79.0 m/z 79.05 18.09%
39.0 ‘
T \ U “H T “\ ‘f‘ \‘ \ T T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz—-> 50 100 150 200 250 300
Abundance #144812: 4-Amino-2,6-dimethyl-3-pyridyl 1-adamantanec
135.0
P
14.50
5000 m/z 150.15  16.34%
79.0
41 0
m \\ \‘ “\ “ ‘ ‘18\00 300.(
o o e
miz—> 50 100 150 200 250 300
Abundance #54681: 1-n-butyladamantane Mo pnd WV
135.0 14.50
m/z 136.05 11.89%
5000
79.0
b L1920 e ) e
m/z--> 50 1 00 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Adamantane, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.518 2.43 ug/L 103688 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 90
2 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17C1 027011-46-7 72
3 1,4-Dimethyladamantane 164 C12H20 024145-89-9 56
4 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 52
5 o0-Toluic acid, 1-adamantylmethyl... 284 C19H2402 1000292-22-6 50

Abundance Scan 2069 (14.518 min): VW018831.D\data.ms (-2063) (- m/z 149.05 100.00%

1491
5000
93.0
57.0 L ‘
14.50
1211
“w“ww‘mﬂ‘muﬂ“H“H“Huu_“WWZEﬂH‘EQTJ m/z 93.05  34.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33749: Adamantane, 1, 3 dlmethyl-
49.0
5000 — :
93.0 14.50
m/z 107.05 19.61%
\1\5\(‘)\‘\‘\\“‘\\\\‘\“\‘\\H“\\‘\\‘\\‘\1\2‘1\9\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #48422: Tricyclo[4.3.1.1(3,8)]Jundecane, 1-chloro-
149.0
T I
14.50
5000 m/z 156.00  15.49%
93.0
41.0 67.0
S0 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33750: 1,4-Dimethyladamantane —T ‘
149.0 14.50
m/z 57.00 15.41%
5000
93.0
55.0
‘ H 121.0 ‘
‘H_m_m“_:‘H‘pmmmwmwm_m_mwu ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/16ML/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.438 2.75 ug/L 117483 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 49
2 p-Pentylacetophenone 190 C13H180 037593-02-5 49
3 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 47
4 1-Ethanone, 1-(2,7-dimethyl[1,2,... 190 C9H10ON40 1000319-09-0 47
5 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 47

Abundance Scan 2220 (15.438 min): VW018831.D\data.ms (-2211) (- m/z 175.10 100.00%

175.1
5000
410 690
s
‘ | ‘ 91‘.0 125.1147.1 | 1550
e bl e L L2078 es a5 32.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53173: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
5000 L
15.50
57.0 m/z 69.00  27.82%
\\\‘\\\5\.9\\\\“\“\\8\(]‘.\()\‘\\‘\1\1\\5.‘0\\\\1‘4\?.\9‘\\\!‘\\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53078: p-Pentylacetophenone
175.0
—
15.50
5000 m/z 41.00  24.86%
43.0 91.0 WWM\/\MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53171: Benzene, 1,3-bis(1,1-dimethylethyl)- T
175.0 15.50
57.0 m/z 57.00 18.78%
- NM//JM
91.0
29‘.0‘ ‘ ‘ 115.0 147.0 ‘
I O Y [ T Jo A ‘
R R I I T T B T —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18831.D

Acqg On : 28 Apr 2021 19:31
Operator : SY/VA

Sample : M2177-19

Misc : 5.42G/10ML/MSVOA_W/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 12.884 1.7 ug/L 72676 3 13.554 1067580 25.0
unknown-02 12.963 1.5 ug/L 64875 3 13.554 1067580 25.0
(DEL) Alkane: S... 13.195 1.5 ug/L 63188 3 13.554 1067580 25.0
Tridecane, 1-iodo- 13.408 2.4 ug/L 100891 3 13.554 1067580 25.0
(DEL) Alkane: S... 13.768 2.3 ug/L 98673 3 13.554 1067580 25.0
Benzoic acid, 2... 14.073 3.8 ug/L 163359 3 13.554 1067580 25.0
1-Bromoadamantane 14.414 2.4 ug/L 102114 3 13.554 1067580 25.0
Adamantane, 1,3... 14.518 2.4 ug/L 103688 3 13.554 1067580 25.0
unknown-03 15.438 2.8 ug/L 117483 3 13.554 1067580 25.0
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