LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@70722\
Data File : VD@73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D070622S.M

Title : SW846 8260

Signal : TIC: VD@73811.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.950 3 5 11 rVvB 31833 34661 4.05% 0.435%
2 2.315 61 67 78 rBv2 37195 76507 8.94% 0.961%
3 3.026 185 188 195 rVB4 6538 11907 1.39% 0.150%
4 3,397 243 251 257 rBVS 6926 17686 2.07% 0.222%
5 4.150 370 379 388 rBV 55683 151163 17.66%  1.899%
6 4.403 412 422 435 rVB 29564 82578 9.65% 1.037%
7 4.961 507 517 526 rBv4 8129 32071 3.75% 0.403%
8 5.979 683 690 700 rVB4 5289 15257 1.78% 0.192%
9 7.208 888 899 907 rBV2 24678 69170 8.08% 0.869%
10 7.908 1009 1018 1023 rBV2 110740 274859 32.11% 3.453%
11  7.967 1023 1028 1037 rVW 167316 375271 43.85% 4.714%
12 8.326 1078 1089 1098 rBV2 112220 266045 31.08% 3.342%
13 8.497 1112 1118 1126 rVB2 15661 39089 4.57% 0.491%
14  8.591 1132 1134 1142 rVB7 5451 8802 1.03% 0.111%
15 8.720 1151 1156 1163 rVB3 5402 12574 1.47% 0.158%
16 8.855 1171 1179 1188 rBV 298559 601757 70.31% 7.559%
17 9.085 1212 1218 1227 rVB5 8859 21534  2.52% 0.270%
18 9.314 1249 1257 1259 rBv4 11415 23887 2.79% 0.300%
19 9.338 1259 1261 1268 rVB4 14768 29230 3.42% 0.367%
20 9.620 1306 1309 1316 rVB6 8104 15433 1.80% 0.194%
21 9.767 1328 1334 1340 rBV4 12664 25947 3.03% 0.326%
22 9.902 1352 1357 1363 rBV5 10305 20162 2.36% 0.253%
23 10.085 1383 1388 1393 rBV7 5935 12035 1.41% 0.151%
24 10.220 1404 1411 1413 rBV7 5380 10414 1.22% 0.131%
25 10.261 1415 1418 1423 rVB2 9822 13565 1.58% 0.170%

26 10.332 1423 1430 1440 rBV 475696 855874 100.00% 10.751%

27 10.508 1454 1460 1465 rBV7 7911 17635 2.06% ©.222%
28 10.626 1474 1480 1484 rBV6 10829 21057 2.46%  ©.265%
29 10.938 1527 1533 1540 rVB1o 6114 15822 1.85% ©0.199%
30 11.038 1545 1550 1559 rBvV8 9771 25247 2.95% 0.317%
31 11.120 1559 1564 1567 rBV7 9737 19386 2.27%  ©.244%
32 11.232 1577 1583 1588 rBV5 22852 44441 5.19% ©.558%
33 11.291 1590 1593 1596 rVB5 10343 13474 1.57% 0.169%
34 11.443 1615 1619 1623 rBv4 19892 25761 3.01% ©.324%
35 11.632 1644 1651 1660 rBV 426724 770623 90.04%  9.680%
36 11.826 1680 1684 1689 rBV6 19319 41548 4.85% ©.522%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@70722\
Data File : VD@73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D070622S.M

Title : SW846 8260

37 11.979 1706 1710 1713 rBV4 20642 35041 4.09%  0.440%
38 12.079 1723 1727 1730 rBV4 17460 21630 2.53% 0.272%
39 12.126 1733 1735 1741 rVB7 26013 50025 5.84% 0.628%
40 12.232 1748 1753 1754 rBV5 24115 33153 3.87% 0.416%

41 12.367 1766 1776 1783 rBV2 110746 269082 31.44%  3.380%
42 12.455 1787 1791 1796 rVB5 27680 52377 6.12% 0.658%
43 12.620 1811 1819 1825 rBV2 454070 854141 99.80% 10.729%
44 12.708 1825 1834 1839 rBV7 58615 168036 19.63% 2.111%
45 12.867 1854 1861 1867 rBV8 68859 194390 22.71%  2.442%

46 12.967 1868 1878 1890 rVBS 79643 356735 41.68% 4.481%
47 13.132 1902 1906 1909 rVB5 37354 48624 5.68% 0.611%
48 13.196 1911 1917 1926 rVB3 82769 191189 22.34% 2.402%
49 13.273 1926 1930 1931 rBV4 21444 29127 3.40% 0.366%
50 13.296 1932 1934 1940 rBV3 43735 71399 8.34% 0.897%
51 13.414 1950 1954 1963 rVB3 111452 213074 24.90% 2.676%
52 13.485 1964 1966 1970 rVB4 32678 37575 4.39% 0.472%
53 13.561 1973 1979 1984 rBV 359669 595354 69.56% 7.478%
54 13.767 2008 2014 2022 rVB7 54878 141109 16.49% 1.773%
55 13.884 2030 2034 2039 rBV6 40128 62249 7.27% 0.782%
56 14.273 2096 2100 2106 rVBS 45521 85727 10.02% 1.077%
57 14.390 2116 2120 2124 rBV5S 38638 65003 7.59% 0.817%
58 14.520 2134 2142 2144 rBV5S 54730 121203 14.16% 1.522%
59 14.673 2164 2168 2172 rBV7 21234 34790 4.06% 0.437%
60 15.420 2289 2295 2299 rBV9 21717 51224 5.98% 0.643%
61 15.755 2347 2352 2358 rVB8 37646 86275 10.08% 1.084%
Sum of corrected areas: 7961004
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD073811.D\data.ms
500000

400000

300000

200000

100000
4.150
3.026 3.397 4.961 5.979

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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: VD073811.D\data.ms
500000 10.332

11.632

400000

300000 8.855

200000

7.967

8.326
]\ 8496@ 72 9.085 &
0= ‘ ‘ R R

7.9
— — s
Time--> 7.00 7.50 8.00 8.50 9.00 9.50

Abundance TIC: VD073811.D\data.ms
500000 13.561

100000

7.208

T — —
10.00 10.50 11.00 11.50

400000
300000
200000

100000 15420 15.755
A

T ‘ T T ‘ T T ‘ T 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_D\Data\VD@70722\
Data File : VDO73811.D

Acqg On : 07 Jul 2022 16:28

Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 1-Propene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.314 10.19 ug/l 76507  Pentafluorobenzene 7.973
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 91
2 2-Butene 56 C4H8 000107-01-7 56
3 1-Butene 56 C4H8 000106-98-9 52
4 2-Butene, (Z)- 56 C4H8 000590-18-1 50
5 Cyclobutane 56 C4H8 000287-23-0 49
Abundance  Scan 67 (2.314 min): VD073811.D\data.ms (-61) (-) m/z 41.00 100.00%
41.0
56.0
5000
200 2.20 2.40 260
|20, e e et e
Ol e e e TR e m/z 56.00 55.61%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #210: 1-Propene, 2-methyl-
41.0
5000 56.0 ‘\\\\‘\\\\‘A\\\‘\\\\T
2.00 2.20 2.40 2.60
28.0 m/z 39.00 54.75%
0\H\H\‘2\-\\\‘\\H‘\\]\-ﬁ.\\o\\‘\\HHH}‘HH‘\H\}}\\‘\4\%1‘?\1\‘”\\‘\\\\‘\\\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
41.0
R T
28.0 2.00 2.20 2.40 2.60
5000 56.0 m/z 55.10 19.65%
14.0 49.0
Ol errrrrrprrre e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #198: 1-Butene
41.0 2.00 2.20 2.40 2.60
m/z 39.90 18.15%
5000 56.0
28.0
b 20, 350 L 480
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Heptane, 3-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.367 17.46 ug/l 269082  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 94
2 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 78
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 70
4 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 53
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
Abundance Scan 1776 (12.367 min): VD073811.D\data.ms (-1766) (-~ | m/z 57.00 100.00%
57.0
5000
T RN
12.00 12.50
125.0
0 m_"“Hum“_wmm,x“HH_m““‘i“‘lfiﬁ'?”lﬁ?:q“ m/z 43.00 43.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 - U
12.00 12.50
m/z 41.00 37.81%
29.0 ‘
O \\\‘\H\\“‘\\\““\‘\H‘\\’w‘\\\“\\\‘\‘\\\]-\4‘.2\.\0\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— ——
12.00 12.50
5000 m/z 98.00 36.27%
98.0
29.0
0 1280 1550 198.0
T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl- e T
57.0 12.00 12.50
m/z 56.00 20.06%
5000 98.0
29.0
N O " SO ENCC %V
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl2.708 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.708 14.11 ug/1 168036 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 49
2 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 49
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 47
4 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 47
5 1,1'-Bicyclooctyl 222 Cl6H30 006708-17-4 43

Abundance Scan 1834 (12.708 min): VD073811.D\data.ms (-1825) (- | m/z 69.05 100.00%

410 |69.0 111.0
5000

—
140.1 193.2 12,50 13.00

S M‘JWMJWnwm_m m/z 57.00 97.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69396: Cyclooctane, cyclohexyl-
55.0 111.0
82.0

o

5000 T —
12.50 13.00
29.0 m/z 41.00 95.07%
0 H “H m i ‘H | “\ 137.0 166.0 194.0
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
— —
111.0 12.50 13.00
5000 m/z 43.05 92.41%
41.0
140.0
[ B R RR RN
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43574: Cyclooctane, (1-methylpropyl)- 7 —
69.0 12.50 13.00

m/z 111.00  88.00%

5000
41.0 111.0 M
\\ Wl b 140.0 166.0

O o e e B AR L EAREamma 7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Glycine, furfuryl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.867 16.33 ug/l 194390 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycine, furfuryl ester 155 C7H9ONO3 1000306-78-7 50
2 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 49
3 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 35
4 Spiro[2.5]octane-1,1-dicarbonitr... 174 C11H14N2 1000151-43-1 35
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 30
Abundance Scan 1861 (12.867 min): VD073811.D\data.ms (-1854) (1 m/z 55.00 100.00%
55.0
81.0
5000
— ——
12.50 13.00
0° m/z 81.00 77.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32570: Glycine, furfuryl ester
30.0
81.0
5000 — ——
12.50 13.00
m/z 41.00 74.39%
53.0 154.0
O 4 \‘ L L ‘ | 123.0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
— ——
12.50 13.00
5000 m/z 97.05 70.32%
41.0
109.0 166.0
0 15.0 138.0
R o o e A EARSEa TS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3277: 1,3-Pentadiene, 2,3-dimethyl- — ——
81.0 12.50 13.00
m/z 69.00 57.36%
5000
41.0
om — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82D070622S.M Fri Jul 08 14:28:27 2022 Page: 7



Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@70722\
Data File : VDO73811.D

Acqg On : 07 Jul 2022 16:28

Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
. SW846 8260

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclopentane, propyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.967 29.96 ug/l 356735  1,4-Dichlorobenzene-d4  13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentane, propyl- 12 cavie 002040-96-2 58

1000406-04-2 52
1010406-04-1 52
004457-00-5 50
081983-71-3 49

2 Pentadecafluorooctanoic acid, do... 582 C20H25F1502
3 Pentadecafluorooctanoic acid, un... 568 C19H23F1502
4 Cyclopentane, hexyl- 154 C11H22
5 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22

Abundance Scan 1878 (12.967 min): VD073811.D\data.ms (-1868) (- m/z 43.10 100.00%
5000 W\A
139.0
—
‘ h ‘ Lo40 13.00
0L #M‘leﬂN:Nhuu{‘u““‘w““‘u““u“‘ m/z 57.00 99.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7561: Cyclopentane, propyl-
69.0
5000 T
13.00
m/z 41.05 82.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
—
13.00
5000 ITI/Z 69.00 75.40%
97.0
0
0 231.0281.0 369.0 455.1
I I e I R LI R S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #344981: Pentadecafluorooctanoic acid, undecyl ester 7
43.0 13.00
m/z 71.00 67.95%
5000
7.0
154.0
ol { ‘ J‘ } Qo[ 219.0 281.0 3690 455,
A A e e e T e ——
m/z--> 50 100 150 200 250 300 350 400 450 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Carbonic acid, decyl 2-ethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.196 16.06 ug/l 191189 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803 1000383-13-7 59
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 50
3 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 47
4 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 43
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 43

Abundance Scan 1917 (13.196 min): VD073811.D\data.ms (-1911) (-~ | m/z 57.05 100.00%
1.0

57.
5000

112.1 T
83.0 13.00 13.50
‘\ L ‘\ | L M‘\ ! 140.2 174.1 206.4
o Akl

oy 02, 741 2064 56 00 36.40%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217468: Carbonic acid, decyl 2-ethylhexyl ester
57.0
112.0

5000 83.0

o

—
13.00 13.50

m/z 43.00 35.09%
| ‘H il I

20.0 140.0
N I 175.0 203.0
‘\\\\‘\\\‘\ \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

T
13.00 13.50

o

5000 m/z 41.00 29.74%
29.0 830 1120
o NS N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- —— ——
57.0 13.00 13.50

m/z 71.10  28.83%

5000
Lw | 850 127.0

Ot e T T e —
miz--> 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_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Nonane, 3-methyl-5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.414 17.89 ug/l 213074 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
3 1-Iodo-2-methylnonane 268 C1loOH21I 1000101-47-9 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 50
Abundance Scan 1954 (13.414 min): VD073811.D\data.ms (-1950) (- | m/z 57.00 100.00%
57.0
T W/M
——
‘ ‘ 1L o 13.50
0"Hﬂuwm‘NJMHJMw‘_Mvwnuw‘uh‘u‘uu‘uu‘uu‘uu m/z 71.1@ 72.97%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 1
85.0 13.50
290‘ m/z 43.00 51.46%
112.0141.0
0 ‘\‘\‘\\“‘\\\‘h“\\‘M\‘w‘\H“‘\\‘1‘\‘\“\Hi‘\\\\‘\\\l\g‘ﬁlg‘\\\\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
57.0
——
13.50
m/z 85.05 50.50%
5000 85.0
29.0
o 1270 4790
[T T T e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #157266: 1-lodo-2-methylnonane —
43.0 13.50
m/z 41.05 34.90%
127.0
0 \‘ I ‘h‘ L 9907 169.0 2110 268
e e e e e ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl3.767 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.767 11.85 ug/1 141109 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 18
2 Decane, 2-methyl- 156 C11H24 006975-98-0 14
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 14
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 14
5 Dodecane 170 C12H26 000112-40-3 14

Abundance Scan 2014 (13.767 min): VD073811.D\data.ms (-2008) (- | m/z 57.00 100.00%

57.0
5000 .

T
13.50 14.00
(o} m/z 43.00 54.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61053: 1-Decanol, 2-ethyl-
57.0

5000 — ——
13.50 14.00
29.0 83.0 m/z 71.00 53.63%
O T \‘ \h“\ \“‘\ T \‘ “\W‘} T “M\ T \““]-\]\.%\.(‘)\‘\]-\3\’9\-\0\ \]-‘6\\8\.\0‘ TTTT ‘ TTTT ‘ TTTT ’ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—— ——
13.50 14.00
5000 m/z 95.05 44 .54%

20.0 85.0
112.0
0 141.0
T T T T T [T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester T
57.0 13.50 14.00

m/z 55.00  39.51%

5000

;

85.0

29.0

h 11110 140.0 168.0 196.0  241.(

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl4.520 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.520 10.18 ug/l 121203 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-89-9 49
2 Added stereo to name 164 C12H20 024145-88-8 49
3 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 47
4 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 43
5 4-(Butoxycarbonyl)benzoic acid 222 C12H1404 001818-06-0 38
Abundance Scan 2142 (14 520 min): VD073811.D\data.ms (-2134) (-  m/z 57.05 100.00%
.0 149.0
5000
93.0
T \
) 82 ) 1991
Y W . I ! i sl b ST m/z 149.00 87.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39761: Added stereo to name
149.0
5000 e ie !
93.0 14.50
550 m/z 41.00 37.32%
‘ H 121.0 ‘
O \\\‘\\\\‘\\‘\‘\‘\H\\““\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
T \
14.50
m/z 93.00 33.95%
5000 93.0 /
55.0
121.0
N -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) — ‘
149.0 14.50
m/z 56.00 33.58%
5000
M T T R .
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_D\Data\VD070722\
Data File : VD@O73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl5.755 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.755 7.25 ug/1 86275 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecene, (E)- 196 C14H28 041446-68-8 46
2 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 30
3 2-Methyl-2-octene 126 CO9H18 016993-86-5 30
4 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 27

5 .beta.-Citronellol, chlorodifluo... 268 C12H19C1F202 1000376-20-8 27

Abundance Scan 2352 (15.755 min): VD073811.D\data.ms (-2347) (- | m/z 69.00 100.00%
410
5000
—— —
15.50 16.00
0 b m/z 41.60  80.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71736: 3-Tetradecene, (E)-
41.0
69.0
5000 — ——
15.50 16.00
97.0 m/z 83.00 68.40%
196.0
\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
—— —
41.0 15.50 16.00
5000 m/z 57.00 56.15%
97.0
0 140.0 168.0 200 \\MWWW
e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13183: 2-Methyl-2-octene 7 7
410 69.0 15.50 16.00
' m/z 55.95 53.52%
5000
126.0
ol LUl Ay 2o | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@70722\
Data File : VD@73811.D

Acqg On : 07 Jul 2022 16:28
Operator : VA/SY

Sample : N3593-02

Misc : 4.88G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D070622S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Propene, 2-me... 2.314 10.2 ug/l 76507 1 7.973 375271 ©50.0
Heptane, 3-ethy... 12.367 17.5 ug/l 269082 3 11.632 770623 50.0
unknownl12.708 12.708 14.1 wug/l 168036 4 13.561 595354 50.0
Glycine, furfur... 12.867 16.3 ug/l 194390 4 13.561 595354 50.0
Cyclopentane, p... 12.967 30.0 ug/l 356735 4 13.561 595354 50.0
Carbonic acid, ... 13.196 16.1 ug/l 191189 4 13.561 595354 50.0
Nonane, 3-methy... 13.414 17.9 wug/l 213074 4 13.561 595354 50.0
unknown13.767 13.767 11.9 ug/l 141109 4 13.561 595354 50.0
unknownl14.520 14.520 10.2 ug/l 121203 4 13.561 595354 50.0
unknown15.755 15.755 7.3 ug/l 86275 4 13.561 595354 50.0
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